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Chapter 1

First and second quantization

Quantum theory is the most complete microscopic theory we have today describing the
physics of energy and matter. It has successfully been applied to explain phenomena
ranging over many orders of magnitude, from the study of elementary particles on the
sub-nucleonic scale to the study of neutron stars and other astrophysical objects on the
cosmological scale. Only the inclusion of gravitation stands out as an unsolved problem
in fundamental quantum theory.

Historically, quantum physics first dealt only with the quantization of the motion of
particles leaving the electromagnetic field classical, hence the name quantum mechanics
(Heisenberg, Schrodinger, and Dirac 1925-26). Later also the electromagnetic field was
quantized (Dirac, 1927), and even the particles themselves got represented by quantized
fields (Jordan and Wigner, 1928), resulting in the development of quantum electrodynam-
ics (QED) and quantum field theory (QFT) in general. By convention, the original form of
quantum mechanics is denoted first quantization, while quantum field theory is formulated
in the language of second quantization.

Regardless of the representation, be it first or second quantization, certain basic con-
cepts are always present in the formulation of quantum theory. The starting point is
the notion of quantum states and the observables of the system under consideration.
Quantum theory postulates that all quantum states are represented by state vectors in
a Hilbert space, and that all observables are represented by Hermitian operators acting
on that space. Parallel state vectors represent the same physical state, and one therefore
mostly deals with normalized state vectors. Any given Hermitian operator A has a number
of eigenstates |¢,) that up to a real scale factor « is left invariant by the action of the
operator, Al ) = al,). The scale factors are denoted the eigenvalues of the operator.
It is a fundamental theorem of Hilbert space theory that the set of all eigenvectors of any
given Hermitian operator forms a complete basis set of the Hilbert space. In general the
eigenstates |1,) and |¢g) of two different Hermitian operators A and B are not the same.
By measurement of the type B the quantum state can be prepared to be in an eigenstate
|¢g) of the operator B. This state can also be expressed as a superposition of eigenstates
|t,) of the operator A as |¢g) = >, [1,)Cap. If one in this state measures the dynamical
variable associated with the operator A, one cannot in general predict the outcome with
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certainty. It is only described in probabilistic terms. The probability of having any given
1) as the outcome is given as the absolute square |C,p|? of the associated expansion
coefficient. This non-causal element of quantum theory is also known as the collapse of
the wavefunction. However, between collapse events the time evolution of quantum states
is perfectly deterministic. The time evolution of a state vector |¢(¢)) is governed by the
central operator in quantum mechanics, the Hamiltonian H (the operator associated with
the total energy of the system), through Schrodingers equation

ho|ip(t)) = H|ip(1)). (1.1)

Each state vector |¢) is associated with an adjoint state vector (|¢))" = (¥|. One can
form inner products, “bra(c)kets”, (¢|¢) between adjoint “bra” states (¢)| and “ket” states
|¢), and use standard geometrical terminology, e.g. the norm squared of |¢) is given by
(¢|1), and |¢) and |¢) are said to be orthogonal if (10|¢) = 0. If {|1p,)} is an orthonormal
basis of the Hilbert space, then the above mentioned expansion coefficient C,3 is found
by forming inner products: Co3 = (¢,|¢s). A further connection between the direct and
the adjoint Hilbert space is given by the relation (¢|¢) = (¢|)*, which also leads to the
definition of adjoint operators. For a given operator A the adjoint operator A is defined
by demanding (| AT|¢) = (B AJsp)* for any [¢p) and |¢).

In this chapter we will briefly review standard first quantization for one and many-
particle systems. For more complete reviews the reader is refereed to the textbooks by
Dirac, Landau and Lifshitz, Merzbacher, or Shankar. Based on this we will introduce
second quantization. This introduction is not complete in all details, and we refer the
interested reader to the textbooks by Mahan, Fetter and Walecka, and Abrikosov, Gorkov,
and Dzyaloshinskii.

1.1 First quantization, single-particle systems

For simplicity consider a non-relativistic particle, say an electron with charge —e, moving
in an external electromagnetic field described by the potentials ¢(r,t) and A(r,t). The
corresponding Hamiltonian is

2
H= % (’gvr 4 eA(r,t)> — ep(r, b). (1.2)

An eigenstate describing a free spin-up electron traveling inside a box of volume V can
be written as a product of a propagating plane wave and a spin-up spinor. Using the Dirac
notation the state ket can be written as |7’Dk,T> = |k, 1), where one simply lists the relevant
quantum numbers in the ket. The state function (also denoted the wave function) and the
ket are related by

Yy (1) = (r|k,0) = % e®Ty, (plane wave orbital), (1.3)

i.e. by the inner product of the position bra (r| with the state ket.
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(b) ()
.. .. ||||

Figure 1.1: The probability density |(r|:,)|? in the zy plane for (a) any plane wave
v = (ky,ky,k.,0), (b) the hydrogen orbital v = (4,2,0,0), and (c) the Landau orbital
v=(3,ky,0,0).

(a)

The plane wave representation |k,o) is not always a useful starting point for calcu-
lations. For example in atomic physics, where electrons orbiting a point-like positively
charged nucleus are considered, the hydrogenic eigenstates |n,l,m, o) are much more use-
ful. Recall that

(rln,l,m,0) = Ryi(r)Y;m(0,¢)xs (hydrogen orbital), (1.4)

where Ry, (r) is a radial Coulomb function with n—/ nodes, while Y; (0, ¢) is a spherical
harmonic representing angular momentum [ with a z component m.

A third example is an electron moving in a constant magnetic field B = B e,, which
in the Landau gauge A = 2B e, leads to the Landau eigenstates |n, k,, k., o). Recall that

(rln,ky, k., 0) = Hy(x/l — k:yﬁ)e*%(m/é*kyz)2 \/% e!bvytk=2)y - (Landau orbital),
(1.5)

where £ = \/hi/eB is the magnetic length and H,, is the normalized Hermite polynomial
of order n associated with the harmonic oscillator potential induced by the magnetic field.
Examples of each of these three types of electron orbitals are shown in Fig. 1.1.

In general a complete set of quantum numbers is denoted v. The three examples
given above corresponds to v = (ky, ky, k,,0), v = (n,l,m,0), and v = (n, ky, k,,0) each
yielding a state function of the form v, (r) = (r|v). The completeness of a basis state
as well as the normalization of the state vectors play a central role in quantum theory.
Loosely speaking the normalization condition means that with probability unity a particle
in a given quantum state 1, (r) must be somewhere in space: [dr [+, (r)|?> =1, or in the

Dirac notation: 1 = [dr (v|r)(r|v) = (v| ([dr |r)(r|) |v). From this we conclude

/dr Ir)(r| = 1. (1.6)

Similarly, the completeness of a set of basis states 1, (r) means that if a particle is in
some state t(r) it must be found with probability unity within the orbitals of the basis
set: > [(v])|> = 1. Again using the Dirac notation we find 1 = Y (y|v)(v|y)) =
(] O, v)(v]) |3), and we conclude

> vl =1. (1.7)
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We shall often use the completeness relation Eq. (1.7). A simple example is the expansion
of a state function in a given basis: (r) = (r|y) = (r|l|yy) = (| O, |v)(V]) [¢¥) =
Yo (r|v)(v|y), which can be expressed as

) = Y () (/dr’wi(r’)tﬁ(r’)) or () =Y (). (18)

v

It should be noted that the quantum label v can contain both discrete and continuous
quantum numbers. In that case the symbol )  is to be interpreted as a combination
of both summations and integrations. For example in the case in Eq. (1.5) with Landau
orbitals we have

S=n S [ fa [T L (19)

v o=fln=0""%

1.2 First quantization, many-particle systems

When turning to N-particle systems, i.e. a system containing N identical particles, say,
electrons, three more assumptions are added to the basic assumptions defining quantum
theory. The first assumption is the natural extension of the single-particle state function
Y (r), which (neglecting the spin degree of freedom for the time being) is a complex wave
function in 3-dimensional space, to the N-particle state function ¢(r;,ry,... ,ry), which
is a complex function in the 3/N-dimensional configuration space. As for one particle this
N-particle state function is interpreted as a probability amplitude such that its absolute
square is related to a probability:

N The probability for finding the N particles
. . . N

p(ry. T 1) H gr.— the BN dlmen31.0nal volume [, d.rj (1.10)

i1 J surrounding the point (ry,r,,... ,ry) in

the 3N —dimensional configuration space.

1.2.1 Permutation symmetry and indistinguishability

A fundamental difference between classical and quantum mechanics concerns the concept
of indistinguishability of identical particles. In classical mechanics each particle can be
equipped with an identifying marker (e.g. a colored spot on a billiard ball) without influ-
encing its behavior, and moreover it follows its own continuous path in phase space. Thus
in principle each particle in a group of identical particles can be identified. This is not
so in quantum mechanics. Not even in principle is it possible to mark a particle without
influencing its physical state, and worse, if a number of identical particles are brought to
the same region in space, their wavefunctions will rapidly spread out and overlap with one
another, thereby soon render it impossible to say which particle is where.

The second fundamental assumption for N-particle systems is therefore that identical
particles, i.e. particles characterized by the same quantum numbers such as mass, charge
and spin, are in principle indistinguishable.
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From the indistinguishability of particles follows that if two coordinates in an N-
particle state function are interchanged the same physical state results, and the corre-
sponding state function can at most differ from the original one by a simple prefactor A.
If the same two coordinates then are interchanged a second time, we end with the exact
same state function,

p(ry, S TR I Ty ) = MP(ry, .1y, T Wry) = )\2¢(r1, S TR I ry),  (1.11)

and we conclude that A> =1 or A = £1. Only two species of particles are thus possible in
quantum physics, the so-called bosons and fermions!:

+(rys. . Tpy., Ty Ty)  (bosons), (1.12a)
—(ry,..., Ty, Ty, ry)  (fermions).  (1.12D)

~
<
I

P(ry,. .. S TR TE

P(ry,. .. S TR I

~
<
I

The importance of the assumption of indistinguishability of particles in quantum
physics cannot be exaggerated, and it has been introduced due to overwhelming experi-
mental evidence. For fermions it immediately leads to the Pauli exclusion principle stating
that two fermions cannot occupy the same state, because if in Eq. (1.12b) we let r;=ry
then ¢ = 0 follows. It thus explains the periodic table of the elements, and consequently
the starting point in our understanding of atomic physics, condensed matter physics and
chemistry. It furthermore plays a fundamental role in the studies of the nature of stars
and of the scattering processes in high energy physics. For bosons the assumption is nec-
essary to understand Planck’s radiation law for the electromagnetic field, and spectacular
phenomena like Bose—FEinstein condensation, superfluidity and laser light.

1.2.2 The single-particle states as basis states

We now show that the basis states for the IV-particle system can be built from any complete
orthonormal single-particle basis {1, (r)},

S gr (), () = 8 — 1), / dr (E)h,, (1) = 6, (1.13)

Starting from an arbitrary N-particle state i(ry,... ,r,) we form the (/N —1)-particle
function A, (ry,... ,r,) by projecting onto the basis state 1, (r;):
Ay (ry,...,ry) = /dr1 Yy, (r)h(ry, ... ry). (1.14)

This can be inverted by multiplying with 1, (¥1) and summing over vy,

P(F1.Tys o Ty) =D 1y, (F1) Ay, (Tg, . Ty). (1.15)

'This discrete permutation symmetry is always obeyed. However, some quasiparticles in 2D exhibit
any phase e‘®, a so-called Berry phase, upon adiabatic interchange. Such exotic beasts are called anyons



8 CHAPTER 1. FIRST AND SECOND QUANTIZATION
Now define analogously A,, ,,(rs,... ,ry) from A, (ry,... ,ry):

Apyy (B Ty) = /dr2 U5, (0) Avy (T . 1Ty)- (1.16)

Like before, we can invert this expression to give A,, in terms of A, ,,, which upon
insertion into Eq. (1.15) leads to

P(Fr,Forg . ty) = D 1y, (F1)1,, (F2) Avy s (rg, . o Ty). (1.17)

vi,v2

Continuing all the way through ry (and then writing r instead of ¥) we end up with

w(rlvrza"' 7rN) = Z AV1,V2,...,VN¢1/1(I‘1)¢V2(r2)"'IpVN(rN)a (118)

Vly..o sVN

where A,, ,, ..,y is just a complex number. Thus any N-particle state function can be
written as a (rather complicated) linear superposition of product states containing N
factors of single-particle basis states.

Even though the product states vazl 1y, (r;) in a mathematical sense form a perfectly
valid basis for the N-particle Hilbert space, we know from the discussion on indistin-
guishability that physically it is not a useful basis since the coordinates have to appear in
a symmetric way. No physical perturbation can ever break the fundamental fermion or bo-
son symmetry, which therefore ought to be explicitly incorporated in the basis states. The
symmetry requirements from Eqs. (1.12a) and (1.12b) are in Eq. (1.18) hidden in the coef-
ficients A,, .. .- A physical meaningful basis bringing the IV coordinates on equal footing
in the products ¢, (r1)v,,(r;) ... ¥, (ry) of single-particle state functions is obtained by
applying the bosonic symmetrization operator 5’+ or the fermionic anti-symmetrization
operator S defined by the following normalized? determinants and permanants:

¢l/1 (rl) ¢l/1 (1‘2) ce ¢l/1 (rN)

g ﬁd} (r ) . ]. ]. 770112(1‘]_) 770112(1‘2) e 77DIJQ(I‘N) (1 19)
ij:1 T Iy Vet VN : : : 7 '
77bl/N (rl) 77bl/N (1‘2) e 77bl/N (rN) +
where n,, is the number of times the state |) appears in the set {|v1), |v2),... |vN)}, e

0 or 1 for fermions and between 0 and N for bosons. The fermion case involves ordinary
determinants, which in physics are denoted Slater determinants,

Ypyl (rl) Ypyl (1‘2) e ¢V1 (rN)
1:[}1/2 (rl) 1[}1/2 (1‘2) s ¢V2 (rN)

N
| e B X § | CACH) S e
B (1) Po(rs) oo Gy o) | T
VN I‘l VN I‘2 VN I‘N

?Note that for boson states with n,, > 1 the extra normalization factor v/n,! due to permutation
symmetry. For fermions where n,/ is 0 or 1 this factor is always 1.
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while the boson case involves a sign-less determinant, a so-called permanant,

7701/1 (rl) 7701/1 (1'2) e 1[11/1 (rN)
¢l/2 (rl) ¢l/2 (1'2) s wug (rN)

N
. : . : = Z (H Yﬁ,,j (rp(j))>‘ (1.21)
. . . . peSy =1
'lpl/N (rl) 'lpl/N (r2) e 'lpyN (rN) +

Here Sy is the group of the N! permutations p on the set of N coordinates®, and sign(p),
used in the Slater determinant, is the sign of the permutation p. Note how in the fermion
case vj = v}, leads to 1) = 0, i.e. the Pauli principle. Using the symmetrized basis states the
expansion in Eq. (1.18) gets replaced by the following, where the new expansion coefficients
By, vs,... v are completely symmetric in their v-indices,

P(r), Ty Ty) = Z Buy sy Sy, (£, (xs) . 1y, (T ). (1.22)

Vlyeeo sVN

We need not worry about the precise relation between the two sets of coefficients A and
B since we are not going to use it.

1.2.3 Operators in first quantization

We now turn to the third assumption needed to complete the quantum theory of N-
particle systems. It states that single- and few-particle operators defined for single- and
few-particle states remain unchanged when acting on N-particle states. In this course we
will only work with one- and two-particle operators.

Let us begin with one-particle operators defined on single-particle states described by
the coordinate r;. A given local one-particle operator T; = T(rj, Vrj), say e.g. the kinetic

energy operator —%V%_ or an external potential V(rj), takes the following form in the
J
|v)-representation for a single-particle system:

T = Y T, lthy, ()1, ()], (1.23)
where Tove = /drj Uy, (1) T, Vi) 4y, (r;). (1.24)

In an N-particle system all N particle coordinates must appear in a symmetrical way,
hence the proper kinetic energy operator in this case must be the total (symmetric) kinetic
energy operator Tty associated with all the coordinates,

N
Tror = Y _ Ty, (1.25)
j=1

3For

™

we have, with the signs of the permutations as subscripts,

EOEGEORGRE])

(
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and the action of Ty on a simple product state is

Tiotthy,, (€))hy,, (£2)) - - |y, (xy)) (1.26)
N
= Z Z Tl/bl/a(sya,l/nj |7p1/n1 (r1)> s |¢l/b (r])> s |¢V"N (rN)>'
j=1vavp
Here the Kronecker delta comes from (v4|vy,;) = 0, Va, . It is straight forward to extend

this result to the proper symmetrized basis states.

We move on to discuss symmetric two-particle operators Vi, such as the Coulomb

62

I w7 between a pair of electrons. For a two-particle sys-
e \r] —r,|

interaction V(rj—rk) =

tem described by the coordinates r; and r; in the |v)-representation with basis states
|1y, (t;)) |4y, () we have the usual definition of Vjy:

Vit = > Voewgwan [y, (0D, (£)) (8, (£)) 180y, (x)] - (1.27)

VaVp
Velq

where Vi = [ deyde 55,0605, (00V (-5, (1), (1) (125)

In the N-particle system we must again take the symmetric combination of the coordinates,
i.e. introduce the operator of the total interaction energy V;qt,

N 1 N
Viot = ZV]k = 5 Zvjk’ (1'29)
J>k Jok#j
Viot acts as follows:
Viot|thy,, (E )Ny, (x1)) - [y, (ry)) (1.30)
N
1
=3 DD VeerawarsOv i Sy, [V, (01D} - 10, () - [thy, () [y, ()
J#k vavy
Velq

A typical Hamiltonian for an N-particle system thus takes the form

H = Tiot + Viot = ZT+ ZV]k (1.31)
J#k

A specific example is the Hamiltonian for the helium atom, which in a simple form
neglecting spin interactions can be thought of as two electrons with coordinates r = r;
and r = r, orbiting around a nucleus with charge Z = +2 at r = 0,

h? Ze? 1 h? Ze? 1 e? 1
Hye = V2 — — Vi )+ . 1.32
He ( L 4reg r1> + (2m 2 4reg r2> + dmey |r] — 1y ( )

This Hamiltonian consists of four one-particle operators and one two-particle operator,
see also Fig. 1.2.
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+2e

Figure 1.2: The position vectors of the two electrons orbiting the helium nucleus. The
probability density for the simple single-particle product state |(3,2,1,1)) |(4,2,0,])) is
also shown. Compare to the single orbital |(4,2,0,])) depicted in Fig. 1.1(b).

1.3 Second quantization, basic concepts

Many-particle physics is formulated in terms of the so-called second quantization represen-
tation also known by the more descriptive name occupation number representation. The
starting point of this formalism is the notion of indistinguishability of particles discussed
in Sec. 1.2.1 combined with the observation in Sec. 1.2.2 that determinants or permanants
of single-particle states form a basis for the Hilbert space of N-particle states. As we
shall see, quantum theory can be formulated in terms of occupation numbers of these
single-particle states.

1.3.1 The occupation number representation

The first step in defining the occupation number representation is to choose any ordered
and complete single-particle basis {|v1), |v2), |v3),. .. }, the ordering being of paramount
importance for fermions. It is clear from the form S’ﬂbynl (ry)ihy,, (rs) ... iy (ry) of the
basis states in Eq. (1.22) that in each term only the occupied single-particle states |v;,;)
play a role. It must somehow be simpler to formulate a representation where one just
counts how many particles there are in each orbital |v). This simplification is achieved
with the occupation number representation.

The basis states for an N-particle system in the occupation number representation are
obtained simply by listing the occupation numbers of each basis state,

N —particle basis states : |1y, Ny, Nug,y -+ - )5 Z ny; = N. (1.33)
J

It is therefore natural to define occupation number operators n,,; which as eigenstates have
the basis states |n,,), and as eigenvalues have the number n,, of particles occupying the
state v;

s

N [Ny ) = Ny [1;). (1.34)
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Table 1.1: Some occupation number basis states for N-particle systems.

H N ‘ fermion basis states |n,,, 7y,, Ny, ... ) H
0 |10,0,0,0,..)

1 |1,0,0,0,.), 10,1,0,0,..), |0,0,1,0,..), ..

2 |11,1,0,0,..), |0,1,1,0,..), |1,0,1,0,..),]0,0,1,1,..), 10,1,0,1,..), |1,0,0,1,..), ..

boson basis states |n,,, 7y, , Ny, - .. ) ‘
|0,0,0,0,..)

I1,0,0,0,..), |0,1,0,0,..), |0,0,1,0,..), ..

12,0,0,0,.., 10,2,0,0,..), |1,1,0,0,..),|0,0,2,0,..), |0,1,1,0,..), |1,0,1,0,..), ..

| = o 2

We shall show later that for fermions n,, can be 0 or 1, while for bosons it can be any
non-negative number,

- :{ 0,1 (fermions) (1.35)

g 0,1,2,... (bosons).

Naturally, the question arises how to connect the occupation number basis Eq. (1.33) with
the first quantization basis Eq. (1.20). This will be answered in the next section.

The space spanned by the occupation number basis is denoted the Fock space F. It can
be defined as F = Fo & F1 @ F2 @ ..., where Fy = span{[ny,, nu,,...) | 22;n;, = N}
In Table. 1.1 some of the fermionic and bosonic basis states in the occupation number
representation are shown. Note how by virtue of the direct sum, states containing a
different number of particles are defined to be orthogonal.

1.3.2 The boson creation and annihilation operators

To connect first and second quantization we first treat bosons. Given the occupation num-
ber operator it is natural to introduce the creation operator b:r,]. that raises the occupation
number in the state |v;) by 1,

b}L,j | s My Mgy -2 ) = B () [ sy + L0 e ), (1.36)

where B (n,,) is a normalization constant to be determined. The only non-zero matrix
elements of bij are (n,,+1 |b:r,]. [n,,), where for brevity we only explicitly write the occupation

number for v;. The adjoint of bij is found by complex conjugation as (n,,j+1|b:r,]. In,,)* =
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bl bl bl b,
AN AN AN AN
2 0 o2 B -
o ¢ & ¢ ¢
b b b b b

v v v v v

Figure 1.3: The action of the bosonic creation operator b:r, and adjoint annihilation operator
b, in the occupation number space. Note that b}, can act indefinitely, while b, eventually
hits |0) and annihilates it yielding 0.

<nl,].|(b:r,].)f|n,,j+1>. Consequently, one defines the annihilation operator b, = (bJ,Ej)T, which
lowers the occupation number of state |v;) by 1,

by, o sy s ) = B [ ne ey = L), (1.37)
The creation and annihilation operators b and b, are the fundamental operators in the
occupation number formalism. As we will demonstrate later any operator can be expressed
in terms of them.

Let us proceed by investigating the properties of b;r,j and b,,j further. Since bosons

are symmetric in the single-particle state index v; we of course demand that b,T,j and b,T,k
must commute, and hence by Hermitian conjugation that also b,,j and b, commute. The
commutator [A, B] for two operators A and B is defined as

[A,B] = AB — BA, sothat [A,B]=0 = DBA=AB. (1.38)

We demand further that if j # k then bl,]_ and b:ﬂk commute. However, if j = k£ we must
be careful. It is evident that since an unoccupied state can not be emptied further we

must demand b, [...,0,...) =0, ie. B,(O) = 0. We also have the freedom to normalize
the operators by demanding b} |5 0,000) = ]...,1,...), ie. B4(0) = 1. But since
(1[p};10)* = (0[b,,, |1). it also follows that byl Ly =1....0,...), ie B_(1) = 1.

It is clear that b,jj and bJ,Ej do not commute: bl,]_b:r,j|0> = |0) while bJ,Ejb,jj|0> =0, ie.
we have [b,,j,b,T,j] |0) = |0). We assume this commutation relation, valid for the state |0),
also to be valid as an operator identity in general, and we calculate the consequences of
this assumption. In summary, we define the operator algebra for the bosonic creation and
annihilation operators by the following three commutation relations:

[blt] ) bl.'-/k.] = 07 [bI/j ’ bllk] = 07 [bllj ’ bl"‘/k] = (Sllj,llk.‘ (139)

By definition bJ,E and b, are not Hermitian. However, the product bJLbl, is, and by
using the operator algebra Eq. (1.39) we show below that this operator in fact is the

occupation number operator fn,. Firstly, Eq. (1.39) leads immediately to the following
two very important commutation relations:

[b}b,,b,] = =b,  [blb,, b)) =1bl. (1.40)
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Secondly, for any state |¢) we note that (¢|blb,|¢) is the norm of the state b, |¢) and hence
a positive real number (unless |¢) = |0) for which b,]|0) = 0). Let |¢)) be any eigenstate
of bhb,, i.e. bib,|dr) = Aldx) with A > 0. Now choose a particular Ag and study by|Pxre)-
We find that

(B50,)b, |dre) = (b,b], — 1)b,[$rg) = b, (b1b, — 1)[dre) = b, (Ao — 1)|bn,), (1.41)

i.e. b,|py,) is also an eigenstate of blby, but with the eigenvalue reduced by 1 to (A — 1).
If Ao is not a non-negative integer this lowering process can continue until a negative
eigenvalue is encountered, but this violates the condition Ay > 0, and we conclude that
A=mn=0,1,2,.... Writing |¢») = |n,) we have shown that b:r,by|n,,> = nyln,) and
b,|ny) o< |n, —1). Analogously, we find that

(B30, )] Ir,) = (n+ 1)bf ), (1.42)
ie. b:r,|nl,> x |n, + 1). The normalization factors for b}, and b, are found from
b, 1)1 = (b, 1)) (b, ) = (B, 1) = 110, (1.43a)
1651 )1 = (1)) (B Inw)) = (b, b)) = o, + 1. (1.43b)
Hence we arrive at
bbb, = iy,  bLb,|ny) =ny |ny), my =0,1,2,... (1.44)
bylnu) = Vi Iy = 1), Blns) = Vi F 1 Iny + 1), (61)™]0) = vl n), (1.45)
and we can therefore identify the first and second quantized basis states,

Sl ED)ty, (F2)) - [t () = ﬁ b, B, - b, 10), (L46)

where both sides contain normalized N-particle state-kets completely symmetric in the
single-particle state index vy, .
1.3.3 The fermion creation and annihilation operators

Also for fermions it is natural to introduce creation and annihilation operators, now de-
noted c}L,j and Cyjs being the Hermitian adjoint of each other:

c};j|... M My Mgy ) = Cy(ngg) [ s nu s +1mg, o 0), (14T)
c,,j|... M Mgy Mgy ) = Co(nwy) |y, =1ng, o). (1.48)

But to maintain the fundamental fermionic antisymmetry upon exchange of orbitals ap-
parent in Eq. (1.20) it is in the fermionic case not sufficient just to list the occupation
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numbers of the states, also the order of the occupied states has a meaning. We must
therefore demand

lo..oony, =100, =1,...)=—]...,n,, =1,...,n,, =1,...). (1.49)
and consequently we must have that c:r,]. and c:r,k anti-commute, and hence by Hermitian
conjugation that also ¢, and ¢, anti-commute. The anti-commutator {A, B} for two
operators A and B is defined as

{A,B} = AB+ BA, sothat {A,B}=0 = BA=—AB. (1.50)

For j # k we also demand that Cy, and c:r,k anti-commute. However, if j = k we again must
be careful. It is evident that since an unoccupied state can not be emptied further we

must demand ¢, |...,0,...) =0, ie. C_(0) = 0. We also have the freedom to normalize
the operators by demanding cJLj|... ,0,...) = ]...,1,...), i.e. C4(0) = 1. But since
(1lef;[0)* = (0]c,, 1) it follows that ¢, |...,1,...) =]...,0,...), ie C_(1) =1

It is clear that ¢, and clT,]. do not anti-commute: ¢, clT,].|0> = |0) while clT,].c,jj|0> =0,

i.e. we have {c,,j,c:ﬂj} |0) = |0). We assume this anti-commutation relation to be valid as
an operator identity and calculate the consequences. In summary, we define the operator
algebra for the fermionic creation and annihilation operators by the following three anti-
commutation relations:

{CZT/]‘ ? 611;]9} = 07 {Cljj ? Cl/k} = 07 {Cl/j ? Cik} = 51/]',I/k‘ (]‘5]‘)
An immediate consequence of the anti-commutation relations Eq. (1.51) is
()2 =0, (o, =0. (1.52)

Now, as for bosons we introduce the Hermitian operator c:r,c,/, and by using the operator
algebra Eq. (1.51) we show below that this operator in fact is the occupation number
operator 7,. In analogy with Eq. (1.40) we find

{C,JLCV, Cl/} = ¢ {Cer/CwCIJE} = 611;7 (153)
so that c:r, and c, steps the eigenvalues of c:r,c,/ up and down by one, respectively. From
Egs. (1.51) and (1.52) we have (c:r,cl,)2 = c:r,(cl,c:r,)c,, = c:r,(l - c:r,cl,)c,, = c:r,c,,, so that

cicy(c:ﬂcy —1) =0, and c:r,cl, thus only has 0 and 1 as eigenvalues leading to a simple

normalization for ¢}, and ¢,. In summary, we have

c,T,cl, =Ny, clcl,|n,,> =ny, |n,), n,=0,1 (1.54)
CV|0> =0, CIT/|0> = |1>7 CV|1> = |0>7 CI’|1> =0, (1'55)
and we can readily identify the first and second quantized basis states,

Sl (ELDlby,, (F2)) - [, () =, b ...ch,[0), (1.56)

where both sides contain normalized N-particle state-kets completely anti-symmetric in
the single-particle state index v,; in accordance with the Pauli exclusion principle.
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Figure 1.4: The action of the fermionic creation operator c:r, and the adjoint annihilation

operator ¢, in the occupation number space. Note that both c,T, and ¢, can act at most
twice before annihilating a state completely.

1.3.4 The general form for second quantization operators

In second quantization all operators can be expressed in terms of the fundamental creation
and annihilation operators defined in the previous two sections. This rewriting of the first
quantized operators in Egs. (1.26) and (1.30) into their second quantized form is achieved
by using the basis state identities Eqgs. (1.46) and (1.56) linking the two representations.

For simplicity, let us first consider the single-particle operator Tt from Eq. (1.26)
acting on a bosonic N-particle system. In this equation we then act with the bosonic
symmetrization operator S; on both sides. Utilizing that Tio; and S+ commute and
invoking the basis state identity Eq. (1.46) we obtain

site n;

=~
Tiob),,, - - b, ZTMZ vartn, R A S (UF (1.57)

VaVy j=1

where on the right hand side of the equation the operator b:r,b stands on the site n;. To
make the kets on the two sides of the equation look alike, we would like to reinsert the
operator b ~ at site n; on the right. To do this we focus on the state v = v,;. Originally,
i e on the left hand side, the state v may appear, say, p times leading to a contribution
(b})?]0). We have p > 0 since otherwise both sides would yield zero. On the right hand
side the corresponding contribution has changed into b (bT )?~1]0). This is then rewritten
by use of Egs. (1.39), (1.44) and (1.45) as

4,00 110) =, (b ) 6 10) = (81,0, 0170) (1.58)

Now, the p operators b}, can be redistributed to their original places as they appear on
the left hand side of Eq. (1.57). The sum over j together with 6, , yields p identical
k) TLJ

contributions cancelling the factor 1/p in Eq. (1.58), and we arrive at the simple result
Trot [blnl ...b,T,nN|O>] = Tyu,b0,b,, [blnl ...b,T,nN|O>]. (1.59)
a,b

Since this result is valid for any basis state b,,n1 ...b,T,nN|0>, it is actually an operator
identity stating Tiot = _;; Tl,i,,Jb b

vi l/J
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Figure 1.5: A graphical representation of the one- and two-particle operators in second
quantization. The incoming and outgoing arrows represent initial and final states, respec-
tively. The dashed and wiggled lines represent the transition amplitudes for the one- and
two-particle processes contained in the operators.

It is straightforward to generalize this result to two-particle (or any-number-of-particle)
operators acting on boson states, and a similar reasoning can be made for the fermion case
(see Exercise 1.1) when the necessary care is taken regarding the sign appearing from the
anti-commutators in this case. If we let af denote either a boson operator b or a fermion
operator ¢/ we can state the general form for one- and two-particle operators in second
quantization:

Ttot = Z Tuiuj azT/iaz/jv (160)
Vi,V
1
Vtot = 5 Z VVZ'Z/J‘,I/]CZ/I aj;ia:r/j az/la’uk . (16]‘)
vivj
[ 28]

In Fig. 1.5 a graphical representation of these fundamental operator expressions is shown.

Operators in second quantization are thus composed of linear combinations of products
of creation and annihilation operators weighted by the appropriate matrix elements of the
operator calculated in first quantization. Note the order of the indices, which is extremely
important in the case of two-particle fermion operators. The first quantization matrix
element can be read as a transition induced from the initial state |v;1;) to the final state
|vivj). In second quantization the initial state is annihilated by first annihilating state
|vi,) and then state |), while the final state is created by first creating state |v;) and then
state |v;):

0) = ayay vemn), vy = alal, [0). (1.62)

Note how all the permutation symmetry properties are taken care of by the operator
algebra of a}, and a,. The matrix elements are all in the simple non-symmetrized form of
Eq. (1.28).

1.3.5 Change of basis in second quantization

Different quantum operators are most naturally expressed in different representations mak-
ing basis changes a central issue in quantum physics. In this section we give the general
transformation rules which are to be exploited throughout this course.
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Figure 1.6: The transformation rules for annihilation operators a, and a 4 upon change of

basis between {|1),)} = {|v)} and {|¢,)} = {|A)}.

Let {[s,,),1%,,),-.. } and {|7ﬁm>, |1/~1M2>,...} be two different complete and ordered
single-particle basis sets. From the completeness condition Eq. (1.7) we have the basic
transformation law for single-particle states:

) = D [ )Wy ) = D (Bltb)” 18- (1.63)

v

In the case of single-particle systems we define quite naturally creation operators &L and

a}, corresponding to the two basis sets, and find directly from Eq. (1.63) that a,[0) =
[, = 22, (10" a}|0), which guides us to the transformation rules for creation and
annihilation operators (see also Fig. 1.6):

- Z<1/~’u|¢t/>* al, ay = Z<T/~JM|¢V> a,. (1.64)

v

The general validity of Eq. (1.64) follows from applying the first quantization single-particle
result Eq. (1.63) to the N-particle first quantized basis states Si|1/11,n1 e 1/1VnN> leading to

iy ool 00 = (0, W, ) oo (St W, el ) 00 (169

Un,q Vn

The transformation rules Eq. (1.64) lead to two very desirable results. Firstly, that the
basis transformation preserves the bosonic or fermionic particle statistics,

[a’uU&Lg]i = Z<¢#|¢V1><¢#|¢Vk>*[ Ay, Vk]i (166)
= Z(@Zu|¢yj><¢uk|’@zu>5uj,uk = Z<¢u|¢uj><¢y] |¢p> #1,#27

and secondly, that it leaves the total number of particles unchanged,

ZELLCNZM = Z Z<¢Vj |7ﬁu><7ﬁu|7puk>a:r/jauk = Z<¢I/] |7p1/k Vj I/k. Z ay I/k. (167)
7

WoVivE ViV
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1.3.6 Quantum field operators and their Fourier transforms

In particular one second quantization representation requires special attention, namely
the real space representation leading to the definition of quantum field operators. If we in
Sec. 1.3.5 let the transformed basis set {|¢M>} be the continuous set of position kets {|r)}

and, supressing the spin index, denote & a# by ¥f(r) we obtain from Eq. (1.64)

Uir)=> " (rly,)* *—Zz/},, ab, V()= (rlp,)a, = ¢,(r)a,. (1.68)

v

Note that ¥f(r) and ¥ (r) are second quantization operators, while the coefficients ¢ (r)
and 1, (r) are ordinary first quantization wavefunctions. Loosely speaking, ¥f(r) is the
sum of all possible ways to add a particle to the system at position r through any of the
basis states ¢, (r). Since ¥f(r) and ¥ (r) are second quantization operators defined in
every point in space they are called quantum field operators. From Eq. (1.66) it is straight
forward to calculate the following fundamental commutator and anti-commutator,

[T (r,), Tl(ry)] = 0(r; —ry), boson fields (1.69a)
{T(r)), Tl (ry)} = d(r; —ry), fermion fields. (1.69b)

In some sense the quantum field operators express the essence of the wave/particle duality
in quantum physics. On the one hand they are defined as fields, i.e. as a kind of waves,
but on the other hand they exhibit the commutator properties associated with particles.

The introduction of quantum field operators makes it easy to write down operators
in the real space representation. By applying the definition Eq. (1.68) to the second
quantized single-particle operator Eq. (1.60) one obtains

= ([ @B, m) da,

— 7;& (21/: by, (r)a:r,i>Tr (VZ by, (r)aui> = /dr )T U (r).  (1.70)

So in the real space representation, i.e. using quantum field operators, second quantization
operators have a form analogous to first quantization matrix elements.

Finally, when working with homogeneous systems it is often desirable to transform
between the real space and the momentum representations, i.e. to perform a Fourier trans-
formation. Substituting in Eq. (1.68) the |¢,) basis with the momentum basis |k) yields

1 —_ik-r 1 tker
TI“):ﬁZe ker o f ‘I/(r):\/—VZek ay. (1.71)
k k

The inverse expressions are obtained by multiplying by e*a™

1 . 1 .
T — d q-r \IIT — /d —uq-r \I’ 1 72
a re r, a — re r. .

and integrating over r,



20 CHAPTER 1. FIRST AND SECOND QUANTIZATION

1.4 Second quantization, specific operators

In this section we will use the general second quantization formalism to derive some ex-
pressions for specific second quantization operators that we are going to use repeatedly in
this course.

1.4.1 The harmonic oscillator in second quantization

The one-dimensional harmonic oscillator in first quantization is characterized by two con-
jugate variables appearing in the Hamiltonian: the position z and the momentum p,

1 1 h
H= %pz + imwzxz, [p,z] = - (1.73)
This can be rewritten in second quantization by identifying two operators a! and a satis-
fying the basic boson commutation relations Eq. (1.39). By inspection it can be verified
that the following operators do the job,

a = %(%—H%) ) r = E%(ati-a),
SRR

where z is given in units of the harmonic oscillator length ¢ = /h/mw and p in units of
the harmonic oscillator momentum #/¢. Mnemotechnically, one can think of a as being
the (1/v/2-normalized) complex number formed by the real part /¢ and the imaginary
part p/(h/¢), while af is found as the adjoint operator to a. From Eq. (1.74) we obtain
the Hamiltonian, H, and the eigenstates |n):

H = hw (aTa + %) and |n) = w |0), with H|n)= hw (n—i— %) |ny.  (1.75)

Vn!

The excitation of the harmonic oscillator can thus be interpreted as filling the oscillator
with bosonic quanta created by the operator af. This picture is particularly useful in the
studies of the photon and phonon fields, as we shall see during the course. If we as a
measure of the amplitude of the oscillator in the state with n quanta, |n), use the square-
root of the expectation value of 22 = ¢2(a'a’ + afa + aa’ + aa)/2, we find \/(n|22|n) =
/n+1/2£. Thus the width of the oscillator wavefunction scales roughly with the square-
root of the number of quanta in the oscillator, as sketched in Fig. 1.7.

The creation operator can also be used to generate the specific form of the eigenfunc-
tions 1, (z) of the oscillator starting from the groundstate wavefunction ), (x):

(1.74)

@)™ = Lo N~ L (T4
0=l i) 0= 7 (5 0g) )
(1.76)

by (2) = (2|n) = (x|
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AMJ\/\/UW/L

Figure 1.7: The probability density |(r|n)|? for n = 0, 1, 2, and 9 quanta in the oscillator
state. Note that the width of the wave functlon is \/ n|x2|n Vn+1/24.

1.4.2 The electromagnetic field in second quantization

Historically, the electromagnetic field was the first example of second quantization (Dirac,
1927). The quantum nature of the radiation field, and the associated concept of photons
play a crucial role in the theory of interactions between matter and light. In most of the
applications in this course we shall however treat the electromagnetic field classically.
The quantization of the electromagnetic field is based on the observation that the
eigenmodes of the classical field can be thought of as a collection of harmonic oscillators.
These are then quantized. In the free field case the electromagnetic field is completely
determined by the vector potential A(r,t) in a specific gauge. Normally, the transversality
condition V-A = 0 is chosen, in which case A is denoted the radiation field, and we have

1 1.77
E = —0A VPA-S %A = 0. (L.77)
c
We assume periodic boundary conditions for A enclosed in a huge box taken to be a cube
of volume V and hence side length L = +/V. The dispersion law is wy, = kc and the
two-fold polarization of the field is described by polarization vectors €,, A = 1,2. The
normalized eigenmodes u x(r,t) of the wave equation Eq. (1.77) are seen to be

ug \(r,t) = \/Lve/\ei(k.r_wkt)’ A=1,2, w, = ck -
ky = 25%;,;, ne =0,£1,£2,... (same for y and z). '

The set {€,,€,,k/k} forms a right-handed orthonormal basis set. The field A takes only
real values and hence it has a Fourier expansion of the form

A(r,t) Z Z (Ak etk “’k)+Ak)\e i(ler— “’k)>ew (1.79)
\/_ k A=1,2

where Ay, ) are the complex expansion coefficients. We now turn to the Hamiltonian H
of the system, which is simply the field energy known from electromagnetism. Using
Eq. (1.77) we can express H in terms of the radiation field A,

1 1 1
H= 5/dr (60|E|2 + M—|B|2> = 5eo/dr (wi|A]? + 22| A?) = eowi/dr |A%. (1.80)
0
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In Fourier space, using Parceval’s theorem and the notation Ay ) = Aﬁ \ iAL y for the
real and imaginary part of the coefficients, we have

1
H = eqwi ) 2| A l* = dequy 5 Z<(|AQA|2 + |ALA|2>. (1.81)
k,\ k,\

If in Eq. (1.79) we merge the time dependence with the coefficients, i.e. Ay \(t) =
Ay e "', the time dependence for the real and imaginary parts are seen to be

A‘k A — +wk A.ﬁ’)\ A‘k )\ = (J.)k Aﬁ)\ (182)
From Egs. (1.81) and (1.82) it thus follows that, up to some normalization constants, Afi \

0H
8AR

normalized conjugate variables Qy \ and Py \ are therefore introduced:

1 2
H = Z 5 <Pli)\ +kal2<,)\>
k,\

and AI k,\ are conjugate variables: —4eoka£ y and % = +460ka11i)\. Proper

Qk,)\ = 2, /GOAIIE,)\ . 5 .
po— Al Qe = Perny Py = —wpQ (1.83)
— w €
oA kVEIA OH : OH

B, 20
| 90 kA 9P Qi)

This ends the proof that the radiation field A can thought of as a collection of harmonic
oscillator eigenmodes, where each mode are characterized by the conjugate variable Qy x
and Py ). Quantization is now obtained by imposing the usual condition on the commu-

tator of the variables, and introducing the second quantized Bose operators a;r{ , for each
quantized oscillator:

1
H= Z hwk(aL,Aak,A + 5)’ [ x aLA] =1
I KA\

[Py, Qrp = = =
? h t hwk of
Qu\ = 9 (aen T an)y Per =/ ilag, —ay )
wk ) B 2 5 s

(1.84)

To obtain the final expression for A in second quantization we simply express Ay ) in
terms of Py \ and Qy,», which in turn is expressed in terms of a;r{ ) and ay

Py, h h

2 B/ | 2

T
a, -
k)
2€qw)

(1.85)
Substituting this into the expansion Eq. (1.79) our final is result:

A(r,t \/_ZZ 26 ,Me i(ler— “’k)+alz)\e i(ler— “’k)> €, (1.86)
oW

k A=1.2
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1.4.3 Operators for kinetic energy, spin, density, and current

In the following we establish the second quantization representation of the four important
single-particle operators associated with kinetic energy, spin, particle density, and particle
current density.

First, we study the kinetic energy operator T', which is independent of spin and hence
diagonal in the spin indices. In first quantization it has the representations

h2
Troo = V2 [ real space representation, (1.87a)
' hzkz :
(k'o'|T|ko) = 2—5k' k 0o’ o momentum representation. (1.87b)
m

Its second quantized forms with spin indices follow directly from Eqs. (1.60) and (1.70)
h2k? B2
T = kzg _2m G’L,Ua’k7o- - —% ; /dr \IJL(I‘) (V%‘IJU(I‘)> . (188)

The second equality can also be proven directly by inserting ¥f(r) and ¥ (r) from Eq. (1.71).
For particles with charge ¢ a magnetic field can be included in the expression for the kinetic
energy by substituting the canonical momentum p with the kinetic moment* p — ¢A,

Z/dr\lﬁ (— —qA>2‘I/U(r). (1.89)

Next, we treat the spin operator s for electrons. In first quantization it is given by the
Pauli matrices

s:g‘r, with ‘r:{((l) é)(? B’)(é _01>}. (1.90)

To obtain the second quantized operator we pull out the spin index explicitly in the basis
kets, |v) = |u)|o), and obtain with fermion operators the following vector expression,

h
s= 30 (WSO clrprtur = 5 30 ST T)0) s (1912)
uop' o’ o oo
with components

v _ E : Y — = § ( — E
575 (CMCMT CMTCM) = (Cmcm CMTCM s* MT Cut — m ui)
w

B B
(1.91Db)

*In analytical mechanics A enters through the Lagrangian: L = %mv2 —V + ¢qv-A, since this by the
Euler-Lagrange equations yields the Lorentz force. But then p = dL/0v = mv + ¢A, and via a Legendre
transform we get H(r,p) = p-v — L(r,v) = 2mv” +V = ;- (p — ¢A)’ + V. Upon infinitesimal variations
dA this form also leads to 0H = —qv-dA = —¢[dr J-§A, an expression used to find J.
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We then turn to the particle density operator p(r). In first quantization the fundamen-
tal interpretation of the wave function Y, (r) gives us p, ,(r) = |1/JM70(1')|2 which can also
be written as p,,(r) = [dr' ¢} ,(r')0 (r — 1)1, (r'), and thus the density operator for
spin o is given by pg( ) = d(r' —r). In second quantization this combined with Eq. (1.60)
yields

po(r) = /dr' Tl (e)o(x' — )T, (r') = Tl (r) T _(r). (1.92)

From Eq. (1.72) the momentum representation of this is found to be

1 N k_kl . 1 i 1 L

Po (I‘) = v Z el( ) ra;r{’aaka = v Z € lq ra;r{Jrqaaka = 9 Z <Z a;r{trakJerr) ezq r,
kk’ kq q k

(1.93)

where the momentum transfer q = k/ — k has been introduced.

The fourth and last operator to be treated is the particle current density operator
J(r). Tt is related to the particle density operator p(r) through the continuity equation
Otp+ V-J = 0. This relationship can be used to actually define J. However, we shall take
a more general approach based on analytical mechanics, see Eq. (1.89) and the associated
footnote. This allows us in a simple way to take the magnetic field, given by the vector
potential A, into account. By analytical mechanics it is found that variations 0 H in the
Hamiltonian function due to variations JA in the vector potential is given by

§H = —q/dr J-6A (1.94)

We use this expression with H given by the kinetic energy Eq. (1.89). Variations due to
a varying parameter are calculated as derivatives if the parameter appears as a simple
factor. But expanding the square in Eq. (1.89) and writing only the A dependent terms
of the integrand, —\If:r,( )L [V.A 4+ A-V]E, (1) + %\Ifi(r)llfg(r), reveals one term where

2mi

V is acting on A. By partial integration this V is shifted to Uf(r), and we obtain

H=T+ za: /dr {%A- [(wj,@«)) T (r) — h(r) (V\Ifa(r)>] + %Az\lff,(r)\lfg(r)}.
(1.95)

The variations of Eq. (1.94) can in Eq. (1.95) be performed as derivatives and J is imme-
diately read off as the prefactor to dA. The two terms in the current density operator are
denoted the paramagnetic and the diamagnetic term, JV and J4, respectively:

Jo(r) = JJ(r)+I3(r), (1.96a)
paramagnetic : JY (r) = %[ < (r)) — (V@L(r)) \Ifa(r)], (1.96b)
diamagnetic : J(r) = —%A( r) Ul (r) T, (r). (1.96c)
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|k1+q701> |k2_q702>

|k1701> |k2702>

Figure 1.8: A graphical representation of the Coulomb interaction in second quantization.
Under momentum and spin conservation the incoming states |k, o) and |k,, 0,) are with
probability amplitude V{ scattered into the outgoing states |k; + q,0;) and |k, — q,05,).

The momentum representation of J is found in complete analogy with that of p

—q
I5 mVZ k+ Qdal a0 IHE) = —5A@) dTal ay, .. (1.97)
kq

The expression for J in an arbitrary basis is treated in Exercise 1.2.

1.4.4 The Coulomb interaction in second quantization

The Coulomb interaction operator V is a two-particle operator not involving spin and
thus diagonal in the spin indices of the particles. Using the same reasoning that led from
Eq. (1.60) to Eq. (1.70) we can go directly from Eq. (1.61) to the following quantum field
operator form of V:

Viey 1) = 5 3 [dndr, 0] )0 )0 )0, (). (198)

01 o2

Here we have introduced the abbreviation e% = 2 /4mey. We can also write the Coulomb
interaction directly in the momentum basis by using Eq. (1.28) and Eq. (1.61) with
lv) = |k,0) and ¢ (r) = \/1— e’®Ty,. We can interpret the Coulomb matrix element
as describing a transition from an initial state |kjoq,keos) to a final state |kgoy, kyoo)
without flipping any spin, and we obtain

1
V = 52 Z <k301,k402|V|k101,k202>a};gglanltmak%makw1 (1.99)

o102 kiko
ksky

1 2 —i(kl-r1+k2-r2—k3~r1—k4~r1) ; ;
= 5 Z Z V2 /drldr2 |I‘2 —r, yoy Phegoy Yeron Yo

o102 kiko
ksky

Since r, — ry is the relevant variable for the interaction, the exponential is rewritten as
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ell(ki—ks)ryt(ka—ka)ry] — pi(ki—kstko—ka)r, pi(ke—ka)(r;—r1) Jeaying us with two integrals,
which with the definitions q = ks — k4 and r = r, — r; become

2 2
. 4
/ dr, eli-ksta)r g o Vy = / dr 0 giar — 20, (1.100)
r q

These integrals express the Fourier transform of the Coulomb interaction® and the explicit
momentum conservation obeyed by the interaction. The momenta ks and k4 of the final
states can now be written as ks = k; + q and k4 = ko — q. The final second quantized
form of the Coulomb interaction in momentum space is

L P
V= 2V Z Z Vq A1 +qo1 Yka—qos Va2 Vo (1.101)

0102 klkzq

We shall study this operator thoroughly in Sec. 2.2 in connection with the interacting
electron gas. Here, in Fig. 1.8, we just show a graphical representation of the operator.

1.4.5 Basis states for systems with different kinds of particles

In the previous sections we have derived different fermion and boson operators. But so far
we have not treated systems where different kinds of particles are coupled. In this course
one important example of such a system is the fermionic electrons in a metal interacting
with the bosonic lattice vibrations (phonons). We study this system in Chap. 3. Another
example is electrons interacting with the photon field. Here we will briefly clarify how to
construct the basis set for such composed systems in general

Let us for simplicity just study two different kinds of particles. The arguments are
easily generalized to include more complicated systems. The starting point is the case
where the two kinds of particles do not interact with each other. Let the first kind of
particles be described by the Hamiltonian H; and a complete set of basis states {|v)}.
Likewise we have Hy and {|u)} for the second kind of particles. For the two decoupled
systems an example of separate occupation number basis sets is

W) = g, ) (1.102a)
63 = s s ) (1.102b)

When a coupling Hy2 between the two system is introduced, we need to enlarge the Hilbert
space. The natural definition of basis states is the outer product states written as

) = ™)
L PP AR L TP T AN

= Mgy Mgy e oo 3 My s Mgy Mgy e v v 5 Mgy v+ (1.103)

®We show in Exercise 1.5 how to calculate the Fourier transform qus of the Yukawa potential V¥ (r) =
2 4me2

S0 e=ker The result is Vs = 214z from which Eq. (1.100) follows by setting ks = 0.
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In the last line all the occupation numbers are simply listed within the same ket but
the two groups are separated by a semicolon. A general state |®) can of course by any
superposition of the basis states:

|®) = Z C{Vj},{uz} [Tuy s Mgy e (T TS TR Mgy e ) (1.104)
{vi Hm}

As a concrete example we can write down the basis states for interacting electrons and
photons in the momentum representation. The electronic basis states are the plane wave
orbitals [ko) of Eq. (1.3), and the photon states are |q\) given in Eq. (1.78). We let n,__
and N, denote the electron occupation numbers for electrons and photons, respectively.
A basis state [1) in this representation has the form:

|¢> = |nk10'17nk20'27"' 7nkj0'j7"' 5 qu)\laNq2)\27"' 7qu)\17"'>' (1105)

1.5 Second quantization and statistical mechanics

The basic assumption of statistical mechanics is the ergodicity assumption. It states that
as time evolves a system assume all possible states complying with the given external
constraints, e.g. with a given total energy F. In other words, because of the randomness
of the system all of the available phase space is covered. The time it takes for the system
to visit all of the phase is the ergodicity time, which is assumed to be smaller than typical
time scales of the observation.

Suppose we are interested in some small system connected to the outside world, the
so-called reservoir, and assume that taken as a whole they constitute a closed system with
total energy Ep. Let us call the energy of the small system E; and that of the reservoir
E,, i.e. E7 = E; + E,. Based on the ergodicity assumption it is natural to conjecture
that the probability for a subsystem to have a definite energy F; is proportional to the
number of ways that the subsystem can have that energy. The density of states is defined
as d(F) = dN(E)/dE, where N(FE) is the number of states with an energy less than
E. We denote the density of states of the total system at a given total energy d(FEr),
while the small system and the reservoir have the densities of states ds(Fs) and d,(E,),
respectively. Since for a given small energy interval AFE the number of states in the
reservoir is much larger than the number states in smaller subsystem, the total density
of states is dominated by that of the reservoir and hence d(Er) =~ d.(Er). From the
assumption about the probability being proportional to the number of states, we have for
the probability for the subsystem to have energy F; that

P(E,)  d,(Er — E,) AE. (1.106)

Now, we do not expect this probability to be dependent on the size of the reservoir,
i.e. if we make it smaller by cutting it in half by some wall, nothing such happen to the
state of the small system, provided of course that it is still much smaller than the new
reservoir. This means that if we consider the ratio of two probabilities

P(E;) d.(Er—Ej)

P(E) ~ dEBr =B’ (1.107)
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it must only depend on the energies Es and E’ and neither on the total energy Er nor
on d,. But because the energy is only defined up to an additive constant, it can thus only
depend on the difference Es — E.. The only function P(E) that satisfies the condition

P(Es) d.(Er — E,)
P(Eé) B dr(ET - E;)

= f(E;s - E,), (1.108)
P(E) x e PE, (1.109)

We have thus arrived at the famous Boltzmann or Gibbs distribution which of course
should be normalized. In conclusion: from statistical mechanics we know that both for
classical and a quantum mechanical systems which are connected to a heat bath the
probability for a given state s with energy F; to be occupied is given by the Boltzmann
distribution

1
P(Es) = Zexp(_6E8)7 (1'110)
where (3 is the inverse temperature, § = 1/k5T, and where the normalization factor, Z,
is the partition function

7 =" exp(—pE). (1.111)

When we sum over states, we must sum over a set of states which cover the entire
space of possible states, i.e. the basis set that we use to compute the energy must be a
complete set. For a quantum system with many particles, the states s are, as we have
seen, in general quite complicated to write down, and it is therefore an advantage to have
a form which is independent of the choice of basis states. Also for a quantum system it is
not clear what is meant by the energy of a given state, unless of course it is an eigenstate
of the Hamiltonian. Therefore the only meaningful interpretation of Eq. (1.111) is that
the sum of states runs over eigenstates of the Hamiltonian. Using the basis states |v)
defined by

Hv) = B, |v), (1.112)

it is now quite natural to introduce the so-called density matrix operator p corresponding
to the classical Boltzmann factor e A%,

p=e P =3 ") P (. (1.113)
v
We can thus write the expression Eq. (1.111) for the partition function as

Z =3 wlpl) = o] (1.114)

v
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Likewise, the thermal average of any quantum operator A is easily expressed using the
density matrix p. Following the elementary definition we have

Tr[pA]
Tr[p]

(A) = % > (vlAjv)e PP = %Tr[pA] = . (1.115)

v

Egs. (1.114) and (1.115) are basis-independent expressions, since the sum over states
is identified with the trace operation.® This is of course true whatever formalism we use to
evaluate the trace. In first quantization the trace runs over for example the determinant
basis, which in second quantization translates to the Fock space of the corresponding
quantum numbers. For the canonical ensemble the trace is however restricted to run over
states with a given number of particles.

For the grand canonical ensemble the number of particles is not conserved. The small
system is allowed to exchange particles with the reservoir while keeping its average particle
number constant, and we introduce a chemical potential u of the reservoir to accomodate
this constraint. Basically, the result obtained from the canonical ensemble is carried over
to the grand canonical ensemble by the substitution H — H — pulN, where N is the
particle number operator. The corresponding density matrix p, and partition function
Z ¢ is defined as:

pg =e PH-1N) Zg = Tr[pg)- (1.116)

where the trace now includes states with any number of particles.

The partition functions are fundamental quantities in statistical mechanics. They are
more than merely normalization factors. For example the free energy F' = U — TS,
important in the canonical ensemble, and the thermodynamical potential Q = U —T'S —
pN, important in the canonical ensemble, are directly related to Z and Z, respectively:

Z =ePF (1.117a)
Zy=e P (1.117D)

Let us now study the free energy, which is minimal when the entropy is maximal.
Recall that

F=U-TS = (H)-TS. (1.118)

In various approximation schemes, for example the mean field approximation in Chap. 4,
we shall use the principle of minimizing the free energy. This is based on the following
inequality

F < (H), — TS, (1.119)

SRemember that if ¢, = Tr [A] is the trace of A in the basis |v), then in the transformed basis Ul|v) we
have ty, = Tr [UAU™'] = Tr [AU™'U] = Tr[A] = t,,. Here we have used that the trace is invariant under
cyclic permutation, i.e. Tr[ABC] = Tr [BCA].
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where both (H), and Sy are calculated in the approximation p ~ py = exp(—FHy), for
example

Tr[poH
(H)y = LoH] (1.120)
Tr[po]
This inequality ensures that by minimizing the free energy calculated from the approximate
Hamiltonian, we are guaranteed to make the best possible approximation based on the
trial Hamiltonian, Hy.

1.5.1 The distribution function for non-interacting fermions

As the temperature is raised from zero in a system of non-interacting fermions the occu-
pation number for the individual energy eigenstates begins to fluctuate rather than being
constantly 0 or constantly 1. Using the grand canonical ensemble we can derive the famous
Fermi-Dirac distribution ng(e).

Consider the electron state |ko) with energy e,. The state can contain either 0 or 1
electron. The average occupation ny(e, ) is therefore

Z nkefﬁ(nkgk*/—mk)

(5 ) H[pGnk] nkZOal 0 + e_ﬂ(ek_u) 1 (1 121)
mn = = = = . .
F\"k T‘I‘[pG] Z e_ﬂ(”kfk—/mk) 1 + e_ﬂ(ek_ﬂ) eﬁ(ak_ﬂ) + 1

n,=0,1

We shall study the properties of the Fermi—Dirac distribution in Sec. 2.1.3.

1.5.2 Distribution functions for non-interacting bosons

Next we find the distribution function for non-interacting bosons. Again using the grand
canonical ensemble we derive the equally famous Bose-Einstein distribution ng(e). It is
derived like its fermionic counterpart, the Fermi-Dirac distribution ng(e).

Consider a bosonic state characterized by its fundamental energy ,. The occupation
number of the state can be any non-negative integer n, = 0,1,2,.... In the grand canon-
ical ensemble the average occupation number ny(e, ) is found by writing A, = e=? (E1e=H)
and using the formulas 300 nA" = AL 7% A" and 3700 (A" = L

o0
Z Ny e~ Alncerc—nmy) kd/\ Z Apk A
ny, =0 nk_O (1-X)? 1
ng(e) = == = = ST (1.122)
Z e Blne—pny) Z )\ﬁk =M
ny, =0 1y, =0

The Bose-Einstein distribution differs from the Fermi-Dirac distribution by having —1 in
the denominator instead of +1. Both distributions converge towards the classical Maxwell—
Boltzmann distribution, nx = e #x#) for very small occupation numbers, where the
particular particle statistics is not felt very strongly.
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1.6 Summary and outlook

In this chapter we have introduced second quantization, the representation of quantum
mechanics we are going to use throughout this course. The basic concepts are the oc-
cupation number basis states and the fundamental creation and annihilation operators,
b, and b, in the bosonic case (see Eq. (1.39)), and ¢}, and ¢, in the fermionic case (see
Eq. (1.51)). The intricate permutation symmetries are manifestly ensured by the basic
(anti-)commutator relations of these fundamental operators. The main result of the chap-
ter is the derivation of the general form of one- and two-particle operators, Eqgs. (1.60)
and (1.61) and Fig. 1.5. In fact, perhaps after some measure of acquaintance, this main
result appears so simple and intuitively clear that one could choose to define quantum the-
ory directly in second quantization rather than going the cumbersome way from first to
second quantization. However, students usually learn basic quantum theory in first quanti-
zation, so for pedagogical reasons we have chosen to start from the usual first quantization
representation.

In Sec. 1.4 we presented a number of specific examples of second quantization operators,
and we got a first glimpse of how second quantization leads to a formulation of quantum
physics in terms of creation and annihilation of particles and field quanta. In the following
three chapters we shall get more acquainted with second quantization through studies
of simplified stationary problems for non-interacting systems or systems where a given
particle only interacts with the mean field of the other particles. First in Chap. 5 will the
question be raised of how to treat time evolution in second quantization. With an answer
to that question we can proceed with the very interesting but also rather difficult studies
of the full time dependent dynamics of many-particle quantum systems.
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CHAPTER 1. FIRST AND SECOND QUANTIZATION



Chapter 2

The electron gas

The study of the interacting electron gas moving in a charge compensating background of
positively charged ions is central in this course. Not only is this system a model of the solids
that surrounds us, such as metals, semiconductors, and insulators, but historically this
system played a major role as testing ground for the development of quantum field theory.
In this chapter we shall study the basic properties of this system using the formalism of
time-independent second quantization as developed in Chap. 1. The main emphasis will
be on the non-interacting electron gas, since it will be clear that we need to develop our
theoretical tools further to deal with the electron-electron interactions in full.

Any atom in a metal consists of three parts: the positively charged heavy nucleus at
the center, the light cloud of the many negatively charged core electrons tightly bound to
the nucleus, and finally, the outermost few valence electrons. The nucleus with its core
electrons is denoted an ion. The ion mass is denoted M, and if the atom has Z valence
electrons the charge of the ion is +Ze. To a large extend the inner degrees of freedom of
the ions do not play a significant role leaving the center of mass coordinates R; and total
spin S; of the ions as the only dynamical variables. In contrast to the core electrons the
Z valence electrons, with mass m and charge —e, are often free to move away from their
respective host atoms forming a gas of electrons swirling around among the ions. This is

. e nuclei
core
electrons

P ions
(mass M, charge +Ze)

valence
electrons

free atoms a solid (mass m, charge -e)

Figure 2.1: A sketch showing N free atoms merging into a metal. The ions are unchanged
during the process where they end up by forming a periodic lattice. The valence electrons
are freed from their host atoms and form an electron gas holding the ionic lattice together.

33
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true for the alkali metals. The formation of a metal from N independent atoms is sketched
in Fig. 2.1.

The Hamiltonian H of the system is written as the sum of kinetic and potential energy
of the ionic system and the electronic system treated independently, and the Coulomb
interaction between the two systems,

H = (Tion + Vion—ion) + (Te1 + Vel—el) + Vel—ion- (2.1)

The individual terms are easily written down in second quantization:

hZ
,Tion‘i‘vvion—ion = /dR ‘IjiTon(R) <_Wv%{>‘ljion(R) (22)
! i i Z%e;
+§ dedR’2 qjion(Rl)\Ilion(RQ)mqjion(R2)qjion(Rl)v
h2
T, L = Ulr)[ ——VZ )T 2.
atVaa = 3 [araie(-g i) v, (2:)
1 T T 6%
T3 Z drydry Wy, (rl)‘l’az(r2)m‘1’az (r2) ¥, (r1),
0102
(—2e)
Vo = za: / drdR U} (r) T (R) T T (RIT, (). (2.4)

Note that no double counting is involved in Vg _jo, since two different types of fields, \II(TT(I')
1

and \Iliton(R) are involved, hence no factor 3.

At zero temperature the ground state of the system is a periodic ion lattice hold to-
gether by the cohesive forces of the surrounding electron gas. In principle it is possible in
ab initio calculations to minimize the energy of the system and find the crystal structure
and lattice parameters, i.e. the equilibrium positions R,; of the ions in the lattice. From the
obtained ground state one can then study the various excitations of the system: phonons
(ion vibrations), electron-hole excitations (single-particle excitations), plasmons (collec-
tive electronic charge density waves), magnons (spin waves), etc. In this course we will
not plunge into such full fledged ab initio calculations. Two approximation schemes will
be used instead. One is the phenomenological lattice approach. We take the experimental
determination of the crystal structure, lattice parameters and elasticity constants as input
to the theory, and from there calculate the electronic and phononic properties. The other
approximation scheme, the so-called jellium model, is in fact an ab initio calculation, where
however the discrete nature of the ionic system is approximated by a positively charged,
continuous and homogeneous fluid, the ion ’jellium’. Most electronic and phononic prop-
erties of the system can be derived with good accuracy from the Hamiltonian describing
the ion jellium combined with the electron gas.

2.1 The non-interacting electron gas

We first study the lattice model and the jellium model in the case of no electron-electron
interaction. Later in Sec. 2.2 we attempt to include this interaction.
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2.1.1 Bloch theory of electrons in a static ion lattice

Let us first consider the phenomenological lattice model. X-ray experiments show that the
equilibrium positions of the ions form a periodic lattice. This lattice has an energy FEiu
and an electrical potential Vg 1,4t associated with it, both originating from a combination
of Tion, Vion—ion, and Vg_jon in the original Hamiltonian Eq. (2.1). At finite temperature
the ions can vibrate around their equilibrium positions with the total electric field acting as
the restoring force. As will be demonstrated in Chap. 3, these vibrations can be described
in terms of quantized harmonic oscillators (much like the photon field of Sec. 1.4.2) giving
rise to the concept of phonons. The non-interacting part of the phonon field is described
by a Hamiltonian Hpy. Finally, the electrons are described by their kinetic energy Ty,
their mutual interaction Vg _q, and their interaction with both the static part of the
lattice, Vel_latt, and the vibrating part, i.e. the phonons, Vi_p,. The latter term must
be there since a vibrating ion is giving rise to a vibrating electrical potential influencing
the electrons. Thus the Hamiltonian for the phenomenological lattice model changes H of
Eq. (2.1) into

H = (Batt + Hpn) + (T + Vel—el) + (Vel—tatt + Vel—pn)- (2.5)

At zero temperature the ions are not vibrating except for their quantum mechanical zero
point motion. Thus we can drop all the phonon related terms of the Hamiltonian. If one
furthermore neglects the electron-electron interaction (in Sec. 2.2 we study when this is
reasonable) one arrives at the Hamiltonian Hpjocp, used in Bloch’s theory of non-interacting
electrons moving in a static, periodic ion lattice:

Vellatt (r + R) = Vel _1agt (1)

for any lattice vector R. (2:6)

Hgioch = Tel + Vel-1att (1), {

To solve the corresponding Schrédinger equation, and later the phonon problem, we have
to understand the Fourier transform of periodic functions.

Let the static ion lattice be described by the ionic equilibrium positions R in terms of
the lattice basis vectors {a;,a,,ag}:

Working with periodic lattices it is often convenient to Fourier transform from the direct
space to k-space, also known as the reciprocal space, RS. It is useful to introduce the
reciprocal lattice, RL, in RS defined by

RL = {G € RS ‘ GR — 1} = G =myb; + myby, +msbg, m;,my, My € Z,

(2.8)
where the basis vectors {b;,b,,bs} in RL are defined as
b =2r—2 2% p oo BXA oy gy M X (2.9)
a; - a, X ag a,-ay X a, a;-a; X a,
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An important concept is the first Brillouin zone, FBZ, defined as all k in RS lying closer
to G = 0 than to any other reciprocal lattice vector G # 0. Using vectors k € FBZ, any
wavevector q € RS can be decomposed (the figure shows the FBZ for a 2D square lattice):

L] ky‘! L] L]
o= K+ G FBZ:{kERS‘|k|<|k—G|,forallG;AO}
. @{ - [} (2.10)
: | 4G  Vq, 3kecFBZ 3G €RL: q=k + G.

The Fourier transform of any function periodic in the lattice is as follows:
Vie+R)=V(r), foralR & V()= > Vge®™ (2.11)
GERL

The solution of the Schrodinger equation Hgjocn?? = E1 can be found in the plane wave
basis |ko):

1 "
1‘[}0' (I‘) = 9 Z Cy elk rXO’ = (kU|HBIOCh|¢U> = Z(Ek(sk,k’ + Z VG 5k7kl+G>Ckl,
K’ K’ G
(2.12)
so the Schrodinger equation for a given k is
e+ D> Voo g =Ec (2.13)

G

We see that any given coeflicient ¢, only couples to other coefficients of the form ¢, 4,
i.e. each Schrodinger equation of the form Eq. (2.13) for ¢, couples to an infinite, but
countable, number of similar equations for ¢, . Each such infinite family of equations
has exactly one representative k € FBZ, while any k outside FBZ does not give rise to
a new set of equations. The infinite family of equations generated by a given k € FBZ
gives rise to a discrete spectrum of eigenenergies ¢, ,, where n € N. The corresponding
eigenfunctions ¢, —are given by:

1 n i T 1 n ik-r ik-r
ko (T) = v ZCLQG (G +k) Xy = <§ c&k)> e’k Xo = U (T) € k Xo-  (2.14)
G G

According to Eq. (2.11) the function u,,(r) is periodic in the lattice, and thus we end
with Bloch’s theorem!:
k € FBZ,
ik-r

HyloonWiko = Enk¥ikos Poko (T) = U,y ()€ x4, n is the band index, (2.15)
U (r+R) =u,, (r).

LAn alternative derivation of Bloch’s theorem with emphasis on the group theoretic aspects builds on
the translation operator Tr, with Tr f(r) = f(r+R). We get [H,Tr] = 0 = Trt) = Ar ) for an eigenstate
1. Applying Tp after Tr leads to Ap Ar = Ap+r = Ar = ek R = Yk (r) = unk(r)elk'r.
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(a) €x (b) €x (c) Enk

T T T T T \\-/'\/ T T T \\-/\
_m g IL2r3m k T g 23t k _z T k
a 0 a a [¢3 a 0 a a a a 0 a

Figure 2.2: Bloch’s theorem illustrated for a 1D lattice with lattice constant a. (a) The
parabolic energy band for free electrons. (b) The Bloch bands viewed as a break-up of the
parabolic free electron band in Brillouin zones (the extended zone scheme, k € RS). (c)
All wavevectors are equivalent to those in the FBZ, so it is most natural to displace all
the energy branches into the FBZ (the reduced zone scheme, k € FBZ).

The eigenfunctions are seen to be plane waves modulated by a periodic function w,(r)
having the same periodicity as the lattice. For many applications it turns out that the
Bloch electrons described by ¢,k (r) can be approximated by plane waves if at the same
time the electronic mass m is changed into a material dependent effective mass m*. We
shall use this so-called effective mass approximation throughout this course:?

/l)[}nkO' _> % eik.rXo'
m - m* (2.16)
k unrestricted.

The effective mass
approximation

In the following, when no confusion is possible, m* is often simply written as m.

2.1.2 Non-interacting electrons in the jellium model

In the effective mass approximation of the lattice model the electron eigenstates are plane
waves. Also the jellium model results in plane wave solutions, which therefore are of major
interest to study.

In the jellium model the ion charges are imagined to be smeared out to form a homo-
geneous and, to begin with, static positive charge density, —i—ijel, the ion jellium. The
periodic potential, Ve 1att, present in a real lattice becomes the constant potential Ve jel
as sketched in Fig. 2.3. If we concentrate on the homogeneous part of the electron gas, i.e.
discard the part of V_e that leads to inhomogeneities, we notice that this part together
with the ion jellium forms a completely charge neutral system. In other words, in H of
Eq. (2.1) we have Vion—ion + Vel—el + Vel—ion = 0, and we simply end up with

Hi = T (2.17)

For a box with side lengths L, L,, and L, and volume V = L,L, L, the single-particle
basis states are the simple plane wave solutions to the free particle Schrodinger equation

2For a derivation of the effective mass approximation see e.g. Kittel or Ashcroft and Mermin.
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with periodic boundary conditions (L, y, z) = 4(0,y, 2) and ¢'(L,y,2) = 9'(0,y, 2) (like-
wise for the y and z directions). We prefer the periodic boundary conditions rather than
the Dirichlet boundary conditions #(0,y,2) = 0 and (L,y,z) = 0 (likewise for the y
and z directions), since the former gives current carrying eigenstates well suited for the
description of transport phenomena, while the latter yield standing waves carrying no
current. The single-particle basis states are thus

h2k2 . ky = %—an (same for y and z)
Hjelqpka - ka(r? 7pk(y(r) = W e' rXO'? Ny = 0,£1,£2,... (218)
V =L,L,L.,

and with this basis we obtain Hje in second quantization:

Hyq = Z/dr ol (r < vz) ) = Zzz_fcjmcka. (2.19)

ko

3
Note how the quantization of k means that one state fills a volume %—%—%— = (2]7;) in

k-space, from which we obtain the following important rule of great practlcal value:

> = W/dk. (2.20)
k

For the further analysis in second quantization it is natural to order the single-particle

states 1k, (r) = |ko) according to their energies ¢, = % in ascending order,

|k17T>7 |k17\L>|k27T>7 |k27\l/>7 et where Ekl < 5k2 < 5k3 <... (221)

The groundstate for N electrons at zero temperature is denoted the Fermi sea or the Fermi
sphere |FS). It is obtained by filling up the N states with the lowest possible energy,

|FS> - CkN/zT LN/2~L L2TCL2¢CL1TCL1¢|0>' (2'22)

The energy of the topmost occupied state is denoted the Fermi energy, ep. Associated
with e is the Fermi wavenumber kr, the Fermi wave length Ay, and the Fermi velocity

Up:
1 2 hk
kp = F/2meF, Ap = e WF (2.23)
Vel-lan Vel-jel
ﬂ ﬂ ﬂ ﬁ ﬂ ﬂ 0 | .
® ®© @ @ @ 0@ B

Figure 2.3: A sketch showing the periodic potential, Vg _1.tt, present in a real lattice, and
the imagined smeared out potential Ve_je of the jellium model.
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000000000 OO0
000000000 OO0

Figure 2.4: Two aspects of |[F'S) in k-space. To the left the dispersion relation ¢,_is plotted
along the line k = (k;,0,0), and e and kg are indicated. To the right the occupation of
the states is shown in the plane k = (£, k,,0). The Fermi sphere is shown as a circle with
radius k. Filled and empty circles represent occupied and unoccupied states, respectively.

Thus in |FS) all states with e, < e or |k| < kp are occupied and the rest are unoccupied.
A sketch of |F'S) in energy- and k-space is shown in Fig. 2.4.

As a first exercise we calculate the relation between the macroscopic quantity n = N/V,
the density, and the microscopic quantity kg, the Fermi wavenumber.

y
_ (FS|N|FS) = (FS| %‘:nkams za: W/dk (FS|n,.. [FS). (2.24)

The matrix element is easily evaluated, since n,|FS) = |FS) for |k| < kp and 0 otherwise.
This is written in terms of the theta function®

2V kg 1 2 V
= dk 0(kp—|k|)(FS|FS) = —— [ dkk* [ d(cosf dp 1l = —k3
=3 (orge [ e Oth - ESIFS) = 5 [Tawi? [ ateoso) [ant = g
(2.25)
and we arrive at the extremely important formula:
k3 = 3n%n. (2.26)

This formula allows us to obtain the values of the microscopic parameters kg, ep, and vg.
Hall measurements yield the electron density of copper?, n = 8.47x10?® m~3, and from
Egs. (2.23) and (2.26) it thus follows that for copper

kp =136 nm™! e, =7.03 eV = 81600 K

; (2.27)
Ap = 0.46 nm vp = 1.57x10° m/s = 0.005 c.

30(z) =1 for z > 0 and f(z) =0 for z < 0
“The density can also be estimated as follows. The inter-atomic distances are typically ~ 2 A. In
monovalent Cu one electron thus occupies a volume ~ (2x107° m)3, and n ~ 10?° m 2 follows.
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Note that the Fermi energy corresponds to an extremely high temperature, which we shall
return to shortly, and even though the Fermi velocity is large it is still less than a percent
of the velocity of light, and we need not invoke relativistic considerations.

We move on to calculate the ground state energy E(0):

h2k? VB2

0 _ i - o —9_ 7 2 _
E (FS|H;el|FS) %: 5 (FSIny,[FS) 2(%)3 2m/dkk 0(kp — |K|)
2y h2 kg A 1 27 V hZ 5 3

In the last equation we again used Eq. (2.26). The result is reasonable, since the system
consists of N electrons each with an energy 0 < ¢, < ep. The kinetic energy per particle
becomes an important quantity when we in the next section begin to study the Coulomb
interaction. By Eqgs. (2.26) and (2.28) it can be expressed in terms of n:

Wi

= _Z7 _ 372

N~ 5am'F ~samtn)

The next concept to be introduced for the non-interacting electron gas is the density

of states D(e) = %, counting the number AN of states in the energy interval Ae around

the energy e, AN = D(g)Ae, and the density of states per volume d(¢) = D(¢)/V = 4.
Again using Eq. (2.26) we find

E©) 12 12
LN B U ni. (2.29)

h? h?
T ot = (0T

Wi

1 2 2
ni = ne) = — (_m) 5%, for e > 0, (2.30)

and from this

3 3
dn 1 2m\? 1 dN 1 2m\? 1

d(e) = = on2 (ﬁ) 2 f(e), D(e) = P <ﬁ> €2 0(e). (2.31)
The density of states is a very useful function. In the following we shall for example

demonstrate how in terms of D(e) to calculate the particle number, N = [de D(¢), and
the total energy, E©) = [de ¢ D(e).

2.1.3 Non-interacting electrons at finite temperature

Finally, before turning to the problem of the Coulomb interaction, we study some basic
temperature dependencies. As temperature is raised from zero the occupation number is
given by the Fermi-Dirac distribution ng(e, ), see Eq. (1.121). The main characteristics of
this function is shown in Fig. 2.5. Note that to be able to see any effects of the temperature
in Fig. 2.5, KT is set to 0.03 e corresponding to 7' ~ 2400 K. Room temperature yields
ET/ep = 0.003, thus the low temperature limit of ng(e, ) is of importance:

1 on I3 1
0(:“ - 5k)7 —F =

— O(p — gy ).

Nl = — —
Fle) = 35 Dz, 4 cosh’[Z (e — )] T0

_
eBle—1 41 70
(2.32)
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A _Onpy

np| kKT =0.03¢ep

A

ET =0.03ep »  ngpd(e,)] kT =0.03ep

(89?—:, and its product with
the density of states, ng(e, )d(e, ), shown at the temperature £7" = 0.03 e, corresponding
to T' = 2400 K in metals. This rather high value is chosen to have a clearly observable

deviation from the T" = 0 case, which is indicated by the dashed lines.

Figure 2.5: The Fermi-Dirac distribution ng (e, ), its derivative —

At T = 0 the chemical potential 1 is identical to ep. But in fact p varies slightly with
temperature. A careful analysis based on the so-called Sommerfeld expansion combined
with the fact that the number of electrons does not change with temperature yields

& 72 (kT \?
n(T =0)=n(T) = / ded(e)f(e) = p(T)=cp+ — (—) +... (2.33)
0 12 \ ep
Because ep according to Eq. (2.27) is around 80000 K for metals, we find that even at the
melting temperature of metals only a very limited number AN of electrons are affected
by thermal fluctuations. Indeed, only the states within 27T of e are actually affected,
and more precisely we have AN/N = 6kT /ey, (~ 1073 at room temperature). The Fermi
sphere is not destroyed by heating, it is only slightly smeared. Now we have at hand an
explanation of the old paradox in thermodynamics, as to why only the ionic vibrational
degrees of freedom contribute significantly to the specific heat of solids. The electronic
degrees of freedom are simply 'frozen’ in. Only at temperatures comparable to e they
begin to play a major role. As we shall see in Sec. 2.3.1 this picture is not true for
semiconductors, where the electron density is much smaller than in metals.

2.2 Electron interactions in perturbation theory

We now apply standard perturbation theory to take the inhomogeneous part of the
electron-electron interaction Vg ¢ of Eq. (2.3) into account. The homogeneous part, which
in k-space (see Egs. (1.100) and (1.101)) corresponds to a vanishing wavevector q = 0, has
already been taken into account in the jellium model to cancel the homogeneous positive
background. We thus exclude the q = 0 term in the following sums, which is indicated by
a prime:

1 ! 4re?
’ . 0 .t i
el—el ™ 9 Z Z 2 Ck1+qo1 “ka—qor Ckaoy Ckyoy (234)
v q
klkzq g102
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However, as we shall see, the direct use of this interaction with the tools developed so
far becomes the story of the rise and fall of simple minded perturbation theory. The first
order calculation works well and good physical conclusions can be drawn, but already in
second order the calculation collapses due to divergent integrals. It turns out that to get
rid of these divergences the more powerful tools of quantum field theory must be invoked.
But let us see how we arrive at these conclusions.

A natural question arises: under which circumstances can the non-interacting electron
gas actually serve as a starting point for a perturbation expansion in the interaction
potential. The key to the answer lies in the density dependence of the kinetic energy
By, = E(O)/N x n3 displayed in Eq. (2.29). This is to be compared to the typical
potential energy of particles with a mean distance d, Epyor ~ eg /d o n3. So we find that

1
=n"3  — 0, (2.35)

revealing the following perhaps somewhat counter intuitive fact: the importance of the
electron-electron interacting diminishes as the density of the electron gas increases. Due to
the Pauli exclusion principle the kinetic energy simply becomes the dominant energy scale
in the interacting electron gas at high densities. Consequently, we approach the problem
from this limit in the following analysis.

We begin the perturbation treatment by establishing the relevant length scale and
energy scale for the problem of interacting charges. The prototypical example is of course
the hydrogen atom, where a single electron orbits a proton. The ground state is a spherical
symmetric s-wave with a radius denoted the Bohr radius a, and an energy Ep. The
following considerations may be helpful mnemotechnically. The typical length scale a
yields a typical momentum p = fi/a,. Writing Ej as the sum of kinetic energy p?/2m and
R e

52 — 2>- The values of a;, and Fjy are found
may ag

potential energy —eg /a,, we arrive at Fy =

either by minimization, % = 0, or by using the virial theorem FEy, = —%Epot:
0
h? e? e?
ag = — = 0.053 nm, FEy=—-—-% =136 eV, 1Ry =-2 =136 eV. (2.36)
me; 2a,, 2a,,

Here we have also introduced the energy unit 1 Ry often encountered in atomic physics
as defining a natural energy scale. Lengths are naturally measured in units a,, and the
dimensionless measure r; of the average inter-electronic distance in the electron gas is
introduced as the radius in a sphere containing exactly one electron:

4rr 1 3r?

e 3 = — =
3 (7”3 CZO) n kFg

> ake= (B - rs:(%;)%%l% (2.37)

Rewriting the energy E(®) of the non-interacting electron gas to these units we obtain:

4

E® 31m2 , 31 (agkyp)? 3<97r>§ e o 221

2 —_— —
(aoeo) - 2&0 s 7’2

_ ol 231 . 2.
N “52m F 52 a? 5 > Ry (2.38)

This constitutes the zero’th order energy in our perturbation calculation.
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direct
Interaction interaction

exchange integration geometry for

fixed q with 0 < |q| < 2kg

Figure 2.6: The two possible processes in first order perturbation theory for two states
|kio1) and |ksos) in the Fermi sea. The direct process having q = 0 is already taken into
account in the homogeneous part, hence only the exchange process contributes to V), ;.
Also the geometry for the k-integration is shown for an arbitrary but fixed value of q.

2.2.1 Electron interactions in 1%* order perturbation theory

The first order energy E() is found by the standard perturbation theory procedure:

EWM  (FS|V/_,,|FS) - 4dmel ; i
N - e]ve - QVNZ Z Z 20<FS|Ck1+q01Ckz*q02ck202ck101|FS>'

qa  ki,kz 01,02

(2.39)

The matrix element is evaluated as follows. First, the two annihilation operators can only
give a non-zero result if both |k;| < kg and |ks| < kp. Second, the factor (FS| demands
that the two creation operators bring us back to |FS), thus either q = 0 (but that is
excluded from Ve’l_el) or ko = ki + q and o9 = o1. These possibilities are sketched in

Fig. 2.6. For q # 0 we therefore end with

T T _ T T
<FS|Ck1+qU1 Cky—qo2 Cka0r Cki0y |FS> o 5k2,k+q501,02 <FS|Ck1+qU1 k101 %k1+q01 Ckioy |FS>

= _5k2,k+q501,02<Fs|nk1+qalnk101 |F'S)
= _5k2,k1+q501,029(kF_|k1+q|)9(kF_|kl|)u (2'40)

where q # 0 leads to k; + q # kj, which results in a simple anticommutator yielding the
occupation number operators with a minus in front. Since only one k-vector appears we
now drop the index 1.

The k- and g-sum are converted into integrals, and polar coordinates (g, 0y, ¢4) and
(k, 0k, ¢r) are employed. First note, that the integral is independent of the direction of q
so that f_ll d(cos 0y) f027r dpq = 4w. Second, only for 0 < ¢ < 2k does the theta function
product give a non-zero result. For a given fixed value of ¢ the rest of the integral is just
the overlap volume between two spheres of radius %y displaced by ¢. The geometry of
this volume is sketched in Fig. 2.6, and is calculated by noting that ¢/2kp < cosy, < 1,
and that for a given cos#), we have ¢/(2cosf) < k < kg. The last variable is free:
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Figure 2.7: (a) The energy per particle E//N of the 3D electron gas in first order pertur-
bation theory Eq. (2.43) as a function of the dimensionless inter-particle distance rs. Due
to the exchange interaction the electron gas is stable at ry = r; = 4.83 with an ionization
energy E/N = E*/N =1.29 eV.

0 < ¢p < 2m. We thus get

E(l) 471'6’% V 2kp q2 1 V kg 9

q
2cosfy,

2k

F

where the prefactors are a factor 2 for spin, 2 for symmetry, 47 for g-angles, 27 for ¢, and
twice V/(2m)? for the conversions of k- and g-sums to integrals. The integral is elementary
and results in

EQ 2y okt e2 g _i((g_wf 1) 3 0.916

- - _Lv - ¥ __ U L )—E
N 2 Namd = 2a, M) o, = T3 (T

— Ry. (2.42
rs ) 2 rs v )

The final result for the first order perturbation theory is thus the simple expression

E EO 4+ g 2.211  0.916
N oo N - ( B ) Ry (243)

r2 rs

This result shows that the electron gas is stable when the repulsive Coulomb interaction is
turned on. No external confinement potential is needed to hold the electron gas in the ion
jellium together. There exists an optimal density n*, or inter-particle distance rj, which
minimizes the energy and furthermore yields an energy E* < 0. The negative exchange
energy overcomes the positive kinetic energy. The equilibrium situation is obtained from

%(E(O) + EM) =0, and we can compare the result with experiment:

*

ri = 4.83, K = —0.095 Ry = —1.29 eV (1st order perturbation theory)
re = 3.96, £ = —0.083Ry=-1.13eV  (experiment on Na)
(2.44)

We note that the negative binding energy is due to the exchange energy of the Coulomb
interaction. Physically this can be interpreted as an effect of the Pauli exclusion principle:
the electrons are forced to avoid each other, since only one electron at a time can be at a
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given point in space. The direct “classical” Coulomb interaction does not take this into
account and is therefore over-estimating the energy, and the exchange part corrects for
this by being negative.

One may wonder what happens to the Fermi sphere as the interaction is turned on.
We found before that thermal smearing occurs but is rather insignificant compared to the
huge Fermi energy, ep ~ 7 eV. However, now we have learned that the interaction energy
per particle is ~ 1.3 eV, i.e. smaller than but certainly comparable to e. One of the great
results of quantum field theory, which we are going to study later in the course, is the
explanation of why the Fermi surface is not destroyed by the strong Coulomb interaction
between the electrons.

2.2.2 Electron interactions in 2"¢ order perturbation theory

One may try to improve on the first order result by going to second order perturbation
theory. However, the result is disastrous. The matrix elements diverge without giving
hope for a simple cure.

Here we can only reveal what goes wrong, and then later learn how to deal correctly
with the infinities occurring in the calculations. According to second order perturbation
theory B is given by

E(2) 1 (FS|V;sl17e1|V><V|V;s,17e1|FS>
DA P A— (2.45)
|v)#[FS)

where all the intermediate states |v) must be different from |FS). As sketched in Fig. 2.8
this combined with the momentum conserving Coulomb interaction yields intermediate
states where two particles are injected out of the Fermi sphere. From such an intermediate
state, |F'S) is restored by putting the excited electrons back into the holes they left behind.
Only two types of processes are possible: the direct and the exchange process.

We now proceed to show that the direct interaction process gives a divergent con-
tribution E((ﬁz to E@ due to the singular behavior of the Coulomb interaction at small
momentum transfers q. For the direct process the constraint |v) # |FS) leads to

1v) = O(lks 4l — k) ((kea — al — )0 — et 0k — kD)l 4 g e CenoaCicron [FS)-
(2.46)

To restore |[F'S) the same momentum transfer q must be involved in both (v|V,;_|FS) and

2
(FS|V_q|v), and writing Vg = 47;260 we find

1 (5Va)?
B = 5500 O g 01k +all— k)6 (ke —al — k)0 kg — ke DOk — ko))~ (247)
q kioy v
kooo

The contribution from small values of q to Egr) is found by noting that
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|k1+q701> |k2_q702> |k1+q70> |k2_q70>

direct exchange
interaction interaction

Figure 2.8: The two possible processes in second order perturbation theory for two states
|kyo1) and |kyog) in the Fermi sea. The direct process gives a divergent contribution to
E/N while the exchange process gives a finite contribution.

1
Ve o« (2.48a)
q
By — By ki +15 — (ki + @) — (ke —)* ¢ (2.48b)
q—
O(lk1+q|—kp)0(kp—ki|) o g, (2.48¢)
q—0
from which we obtain
11 1
E(?)u/dqq2——qq:/dq—:1nq ~ 00. 2.49
e o T gt 0 q @, (2:49)

The exchange process does not lead to a divergence since in this case the momentum
transfer in the excitation part is q, but in the relaxation part it is ko —k; — q. Thus qu
is replaced by VqVi,—k;—q X q~? for ¢ — 0, which is less singular than ch o ¢4

This divergent behavior of second order perturbation theory is a nasty surprise. We
know that physically the energy of the electron gas must be finite. The only hope for
rescue lies in cancellations of the divergent behavior by taking higher order perturbation
terms into account. In fact, as we shall see in Chap. 12, it turns out that one has to
consider perturbation theory to infinite order, which is possible using the full machinery
of quantum field theory to be developed in the coming chapters.

2.3 Electron gases in 3, 2, 1, and 0 dimensions

We end this chapter on the electron gas by mentioning a few experimental realizations of
electron gases in 3D, 2D, and 1D. To work in various dimensions is a good opportunity
to test ones understanding of the basic principles of the physics of electron gases. But
as will become clear, this is not just an academic exercise. Electron gases at reduced
dimensionality is of increasing experimental importance.



2.3. ELECTRON GASES IN 3, 2, 1, AND 0 DIMENSIONS 47

(a) ek (b) be o

o Eew

—

k S

k

1
213
o
NEp
el

Figure 2.9: (a) A generic bandstructure for a metal. The Fermi level e lies in the
middle of a band resulting in arbitrarily small possible excitations energies. (b) A generic
bandstructure for an insulator or a semiconductor. The Fermi level e lies at the top of
the valence band resulting in possible excitations energies of at least Fg,p, the distance
up to the unoccupied conduction band.

2.3.1 3D electron gases: metals and semiconductors

Bloch’s theory of non-interacting electrons moving in a periodic lattice provides an expla-
nation for the existence of metals, semiconductors, and band insulators. The important
parameter is the position of the Fermi energy e relative to the bands as sketched in
Fig. 2.9. In the metallic case e lies in the middle of a band. Consequently there is no
energy gap between the last occupied level and the first unoccupied level, and any however
small external field can excite the system and give rise to a significant response. In an
insulator e is at the top of a band, the so-called filled valence band, and filled bands does
not carry any electrical or thermal current®. The system can only be excited by providing
sufficient energy for the electrons to overcome the energy band gap Eg,p between the top
of the valence band and the bottom of the next empty band, the so-called conduction
band. This is not possible for small external fields, and hence the inability of insulators
to conduct electronic thermal and electrical currents. Semiconductors are insulators at
T = 0, but their band gap Eg,, is relatively small, typically less than 2 eV, such that
at room temperature a sufficient number of electrons are excited thermally up into the
conduction band to yield a significant conductivity.

We emphasize that at room temperature the electron gas in a metal is a degenerate
Fermi gas since kT < €. A semiconductor, on the other hand, is normally described as
a classical gas since for energies ¢, in the conduction band we have e, —p > Fgap, /2 > kgT,
and consequently np(e, ) = e k=m/ksT i e the Maxwell-Boltzmann distribution.

Finally, we note that in a typical metal most of the electron states at the Fermi surface
are far away from the regions in k-space where the free electron dispersion relation is
strongly distorted by the periodic lattice. Therefore one finds effective masses m*, see

STransport properties are tightly connected to the electron velocity v = 192

; - 1 - dk 195y — 1 —
isJ =23 crpz v Y = 2fFBZWﬁ 5. Likewise, for the thermal current Jon = 237, cppy v 6V =

. The current density

2
dk 1 9(y)

fFBZ 2m)3 h ok °
Zero.

Both currents are integrals over FBZ of gradients of periodic functions and therefore
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metal electrodes

GaAs (cap layer)
Gay_,Al,As (Si doped)

2D electron gas

GaAs, undoped

Figure 2.10: (a) A picture of a GaAs-device fabricated at the Orsted Laboratory, Niels
Bohr Institute. The metal contacts and wires are seen attached to the GaAs structure,
which by wet etching has gotten a device geometry imprinted in its surface. (b) A sketch
showing the different layers in the semiconductor structure as well as some surface gates
defining the geometry of the device.

Eq. (2.16), close to the vacuum mass m. In contrast, all the electron states contributing
to the transport properties in a semiconductor are close to these regions in k-space, and
one finds strongly modified effective masses, typically m* ~ 0.1 m.

2.3.2 2D electron gases: GaAs/Ga; ,Al,As heterostructures

For the past three decades it has been possible to fabricate 2D electron gases at semi-
conductor interfaces, the first realization being inversion layers in the celebrated silicon
MOSFETSs, the key component in integrated electronic circuits, and the more resent re-
alization being in the gallium-arsenide/gallium-aluminum-arsenide (GaAs/Ga;_,Al;As)
heterostructures. In the latter system one can obtain extremely long mean free paths
(more than 10 pm), which is technologically important for high-speed electronics, and
which is essential for the basic research of many quantum effects in condensed matter
physics.

The interface between the GaAs and the Gaj;_,Al,As semiconductor crystals in the
GaAs/Gaj_,Al,As heterostructure can be grown with mono-atomic-layer precision in
molecular beam epitaxy (MBE) machines. This is because the two semiconductor crystals
have nearly the same crystal structure leading to a stress-free interface. In Fig. 2.10 a
picture of an actual device is shown as well as a sketch of the various layers in a GaAs
heterostructure. The main difference between the two semiconductor crystals is the values
of the bottom of the conduction band. For x = 0.3 the conduction band in Gaj;_,AlL,As is
300 meV higher than the one in GaAs. Hence the electrons in the former conduction band
can gain energy by moving to the latter. At 7" = 0 there are of course no free carriers in any
of the conduction bands for pure semiconductor systems, but by doping the Gaj_,Al,As
with Si, conduction electrons are provided, which then accumulate on the GaAs side of
the interface due to the energy gain. However, not all donor electrons will be transferred.
The ionized Si donors left in the Ga; ,Al,As provide an electrostatic energy that grows
with an increasing number of transferred electrons. At some point the energy gained by
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Figure 2.11: The conduction band in a GaAs/GaAlAs heterostructure. Note the triangular
well forming at the interface. The wavefunctions ¢, (z) and eigenvalues of the lowest three
electron eigenstates in the triangular well.

transferring electrons to the GaAs layer is balanced by the growth in electrostatic energy.
This is sketched in Fig. 2.11 where the resulting conduction band in equilibrium is shown
as function of the position z perpendicular to the interface. The conduction band is not
flat due to the curvature induced by the charge densities, as calculated from Poisson’s
equation: V2V = —e?n3D /e*.

The key point to notice is the formation of the almost triangular quantum well at
the GaAs side of the interface. The well is so narrow that a significant size-quantization
is obtained. Without performing the full calculation we can get a grasp of the order of
magnitude by the following estimate. The electrical field E at the interface is found by
forming a cylindrical Gauss box with its axis along the 2z direction and one circular "bottom
lid” at the interface and the other 'top lid’ deep into the GaAs. All the contributions
stems from the ’bottom lid’, since for symmetry reasons E must be perpendicular to
the z axis, yielding zero from the side of the cylindrical box, and since for the reason
of charge neutrality, E = 0 at the 'top lid’. Thus at the interface E = en/e*, n being
the 2D electron density at the interface. The typical length scale [ for the width of the
triangular well is found by balancing the potential energy and the kinetic quantum energy:
ebl = ,f*zlz =3 = ﬁ:ﬂ/f& %0 where we have used the Bohr radius a, of Eq. (2.36) to
bring in atomic units. The experimental input for GaAs is € = 13¢;,, m* = 0.067m,
and typically n = 3 x 10 m~2, which yields [ ~ 5 nm. From this we get the typical

m_ Qg

quantization energy AFE due to the triangular well: AE =13.6 eV 7% - ~ 20 meV.
The significance of this quantization energy is the following. Due to the triangular well
the 3D free electron wavefunction is modified,

1 . ~ ~ 1 . .

Yo () = ettt gy, () = e G (), (2:50)
where (,, (z) is the nth eigenfunction of the triangular well having the eigenenergy ¢,,, see
Fig. 2.11. Only the z direction is quantized leaving the x and y direction unaltered, and
the total energy for all three spatial directions is

e —h—2<k2+k2)+5 ko2 = 2mn = e, ~ 10 meV (2.51)
kz,ky,n — 2m* T Y n’ F — F , .
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where we have given the 2D version of the fundamental relation between kp and n (see
Exercise 2.4 and compare to Eq. (2.26) for the 3D case). The highest occupied state has
the energy Ej + ep while the lowest unoccupied state has the energy E;. The difference
is B1 — (Eo + ep) = AE —ep = 10 meV = 100 K, and we arrive at our conclusion:
At temperatures T < 100 K all occupied electron states have the same orbital in the
z direction, (y(z). Any changes of this orbital requires an excitation energy of at least
10 meV. If this is not provided the system has effectively lost one spatial degree of freedom
and is dynamically a 2D system. This means that theoretical studies of 2D electron gases
is far from an academic exercise; 2D systems do indeed exist in reality.

2.3.3 1D electron gases: carbon nanotubes

Since the mid-nineties a new research field has developed involving studies of the cylindri-
cally shaped carbon based molecule, the so-called carbon nanotube. The carbon nanotube
can be viewed as a normal graphite sheet rolled up into a cylinder with a radius Ry ~ 2 nm
and a length more than a thousand times Ry, see Fig. 2.12. These long and thin carbon
molecules have some extraordinary material characteristics. They are believed to be the
strongest material in the world, and depending on the specific way the cylinder is rolled up
the nanotubes are either metallic, semiconducting or insulating. In the same dynamical
sense as the GaAs heterostructure is a 2D metal sheet, a metallic nanotube is a nearly
ideal 1D wire, i.e. two of the three spatial degrees of freedom are frozen in. We briefly
sketch how this comes about.

The cylindrical symmetry of the nanotube makes it natural to change the basis func-
tions from the 3D (z,y, z) plane waves to cylindrical (z,r, ¢) wavefunctions:

Yiq(r) = %e”we”wew — Yrmio(r) = %e’“ R, (MY (¢).  (252)
This is of course more than just a mathematical transformation. The electrons are strongly
bound to the surface of the cylinder in quantum states arising from the original 7-bonds
of the graphite system. This means that the extension AR of the radial wave function
Ry;(r) around the mean value Ry is of atomic scale, i.e. AR ~ 0.1 nm, resulting in a radial
confinement energy Eft ~ % ~ 10 eV. Likewise, in the azimuthal angle coordinate
¢, there is a strong confinement, since the perimeter must contain an integer number
of electron wavelengths )\, i.e. A, = 27Ry/n < 2 nm. The corresponding confinement
energy is Ef ~ 12 1 eV n. There are no severe constraints along the cylinder axis,

2mAn
i.e. in the x direction. We therefore end up with a total energy

h2
€y = B + EY + o k2, (2.53)

with a considerable gap AFE from the center of the (n,l) = (0,0) band (the position of e
for the metallic case) to the bottom of the (n,l) = (0,1) band:

1

AFE 5

(EY — E?) ~ 1 eV ~ 12000 K. (2.54)
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Figure 2.12: (a) Carbon atoms forming a sheet of graphite with a characteristic hexagonal
lattice. (b) A carbon nanotube molecule is formed by rolling up a graphite sheet into a
cylindrical geometry. (c) An atomic force micrograph taken at the Orsted Laboratory,
Niels Bohr Institute, showing a bundle of carbon nanotubes placed across a gap between
two metal electrodes, thereby connecting them and allowing for electrical measurements
on single molecules.

Thus at room temperature the only available degree of freedom is the axial one described
by the continuous quantum number k, and the associated plan waves e?*=?.

Not only are the nanotube very interesting from an experimental point of view, also
from a pure theoretical point of view do they play an important role. The nanotubes is
one of only a couple of systems exhibiting a nearly ideal 1D behavior. In particular that
makes the nanotubes a key testing ground for the diagonizable so-called Luttinger liquid
model, a central quantum model for describing interacting electrons in 1D.

2.3.4 0D electron gases: quantum dots

Naturally one can think of confining the electrons in all three spatial dimensions. This
has been realized experimentally in the so-called quantum dot systems, for example by
using the device shown in Fig. 2.10(b). A simplified model of a quantum dot is studied in
Exercise 8.4.

This section will be expanded in the next edition of these notes.
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Chapter 3

Phonons; coupling to electrons

In this chapter we study the basic properties of ionic vibrations. These vibrations are well
described by harmonic oscillators and therefore we can employ the results from Sec. 1.4.1
to achieve the second quantized form of the corresponding Hamiltonian. The quantized
vibrations are denoted phonons, a name pointing to the connection between sound waves
and lattice vibrations. Phonons play are fundamental role in our understanding of sound,
specific heat, elasticity, and electrical resistivity of solids. And more surprising may be
the fact that the electron-phonon coupling is the cause of conventional superconductivity.
In the following sections we shall study the three types of matter oscillation sketched in
Fig. 3.1

Since phonons basically are harmonic oscillators, they are bosons according to the
results of Sec. 1.4.1. Moreover, they naturally occur at finite temperature, so we will
therefore often need the thermal distribution function for bosons, the Bose-Einstein dis-
tribution ng(e) given in Eq. (1.122).

(a)

Figure 3.1: Three types of oscillations in metals. The grayscale represent the electron
density and the dots the ions. (a) Slow ionic density oscillations in a static electron gas
(ion plasma oscillations). The restoring force is the long range Coulomb interaction. (b)
slow ion oscillations followed by the electron gas (sound waves, acoustic phonons). The
restoring force is the compressibility of the disturbed electron gas. (c) Fast electronic
plasma oscillations in a static ionic lattice (electronic plasma oscillations). The restoring
force is the long range Coulomb interaction.

53



54 CHAPTER 3. PHONONS; COUPLING TO ELECTRONS

3.1 Jellium oscillations and Einstein phonons

Our first encounter with phonons will be those arising from a semiclassical treatment of
the charge neutral jellium system. Let p?on be the particle density of the ion jellium, and
Py = 4 p?on that of the homogeneous electron gas. We begin as depicted in Fig. 3.1(a) by
studying oscillations in the smeared out ion density while neglecting the electron dynamics,
i.e. we keep p, fixed. If we study the limit of small harmonic deviations from equilibrium
6pion (T, 1) = 6ps,, (r) e #¥, we obtain linear equations of motion with solutions of the form

pion(r’ t) = p?on + 510i0n(r) e_iQt' (3'1)

A non-zero dp,,,, corresponds to a charge density Zedp,,,, and hence is associated with an
electric field E obeying
Ze Z2e2p?
V- E=2S6p, = V.f=2"lin
€o €o

5pi0n‘ (32)
In the second equation we have introduced the force density f, which to first order in dp;
becomes f = Zep, E ~ Z ep?onE. This force equation is supplemented by the continuity
equation, 0¢p,,, +V-(p;,, V) = 0, which to first order in 0p;  becomes d;:dp,  + p?onV-v =0,
since the velocity v is already a small quantity. Differentiating this with respect to time
and using Newtons second law f = Mp,  0;v we obtain

1 z2e2p? Z2e2p? Ze?p
2 02 1
at5p10n+—v.f_0 = (5pi0n — Tlonépion = Q_ Tlon = Te'

(3.3)
Q is the ionic plasma frequency. The ionic oscillations in the continuous jellium model are

thus described by harmonic oscillators, which all have the same frequency 2. Hence, the
second quantization formalism leads to the following phonon Hamiltonian:

Hy = > 12 (bl\bgy + %) (3.4)
q,A\

These quantized ion oscillations are denoted phonons, and a model like this was proposed
by Einstein in 1906 as the first attempt to explain the decrease of heat capacity C’%?n of
solids as a function of decreasing temperature (see Sec. 3.5). Note that the origin of the
ionic plasma frequency is the long-range Coulomb interaction, which entered the analysis
through the Maxwell equation V - E = Zedp, /€,

However, the Einstein phonons (also denoted optical phonons, see Sec. 3.3) are not a
very good description of solids. Although it is correct that C’%}m decreases at low temper-
ature, the exact behavior is described by the Debye-model incorporating phonons with a
photon-like dispersion wy = v, ¢, where v, is the sound velocity, instead of the Einstein
dispersion wy = 2. These Debye phonons are also denoted acoustical phonons due to their
relation to sound propagation. This is explained in details in Secs. 3.3 and 3.5. To fully
understand how the optical Einstein phonons get renormalized to become the acoustic
Debye phonons requires the full machinery of quantum field theory, but we hint at the
solution of the problem in Fig. 3.1b and in Sec. 3.2.
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3.2 Electron-phonon interaction and the sound velocity

Compared to the light and very mobile valence electrons, the ions are much heavier, more
than a factor of 104, and much slower. Consequently one would expect the electrons to
follow the motion of the ions adiabatically and thereby always maintaining local charge
neutrality and thus lowering the high ionic plasma frequency 2, which is due to long-range
charge Coulomb forces from the charge imbalance. This situation is depicted in Fig. 3.1b,
and to illustrate its correctness we now use it to estimate the sound velocity in metals.
The kinetic energy density associated with a sound wave is of the order %M v? Pion> While
the potential energy density associated with the restoring force must be related to the
density dependent energy content of the compressed electron gas, i.e. of the order % PelCF-
In a stationary state these two energy densities must be of the same order of magnitude.
This gives an estimate for v,, which in a more detailed treatment (see Exercise 3.4) is
expressed by the Bohm-Staver formula,

(3.5)

which for typical numbers yields v, ~ 3000 m/s as found experimentally. Note how this es-
timate builds on classical considerations of the ionic motion while using the quantum result
for the energy content of a degenerate electron gas. Surprisingly, an ordinary macroscopic
phenomenon as sound propagation is deeply rooted in quantum physics.

3.3 Lattice vibrations and phonons in 1D

Even though we are not yet able to demonstrate how to turn the optical ion plasma
oscillations into acoustical phonons, we can nevertheless learn a lot from simply postulating
the existence of a periodic ion lattice (as observed in nature), in which the ions can execute
small oscillatory motion around their equilibrium positions. The surroundings somehow
provide the restoring force.

We begin by a simple one dimensional quantum mechanical model consisting of a 1D
box of length L containing N ions of mass M each interacting with its two neighbors
through a linear force field (a spring) with the force constant K. The equilibrium position
of the j'th ion is denoted R;, while its displacement away from this position is denoted u T
The lattice spacing is denoted a = R; — R; 1, so we have L = Na. This setup is shown
in Fig. 3.2. The Hamiltonian is simply the sum of the kinetic energy of the ions and the
potential energy of the springs, while the ion momentum p; and the displacement u; are
canonical variables:

N
1, h
Hpn=3 [mpj + 5K (u; - w)? s ] = 7 Oz (3.6)

As for the photon model and the jellium model we impose periodic boundary conditions,
Un,y = up. Since the equilibrium system is periodic with the lattice spacing a it is
natural to solve the problem in k-space by performing a discrete Fourier transform. As in
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Figure 3.2: A 1D lattice of ions with mass M, lattice constant @, and a nearest neighbor
linear force coupling of strength K. The equilibrium positions shown in the top row are
denoted R;, while the displacements shown in the bottom row are denoted ;.

the discussion of Bloch’s theorem for electrons moving in a periodic lattice, also for the IV
ions a first Brillouin zone, FBZ, arises in reciprocal space. By Fourier transformation the
N ion coordinates becomes the N wave vectors in FBZ:

2 2w 1
FBZ = {-Z 4 Ak, =S 424k, .. -2+ NAK},  Ak=T=Ts0 (37)
a a a L a N
The Fourier transforms of the conjugate variables are:
P — L Z P eikRj w — 1 Z w eikRj 5 _ i eikRj
i TN k ’ i = k ) R;0 — )
N érz N érpz ! NlceFBZ
T 1 X | X
— —ikR; — —ikR; —ikR;
pk :—ije ! ]7 uk :—Zu]e ], 5/(),0 :—Ze 7,
VN = VN P N =
(3.8)

By straight forward insertion of Eq. (3.8) into Eq. (3.6) we find

1 1 9 | K
H = Z [kap_k + Eka“k“—k]v wr =\l 37 2
k

sin

h
7 ) [pkl7uk2] = 7 (Skl,sz'

(3.9)

This looks almost like the Hamiltonian for a set of harmonic oscillators except for some
annoying details concerning k and —k. Note that while p ; in real space is a nice Hermitian
operator, p, in k-space is not self-adjoint. In fact, the hermiticity of p; and the definition

of the Fourier transform lead to pL = p_;. The clue on how to bring the Hamiltonian
to the form of harmonic oscillators comes from the commutator in Eq. (3.9), which tells
us that u, and p_, form a pair of conjugate variables, not «, and p,. Since it was the
conjugate variables « and p in the case of a single harmonic oscillator that was used to
form o' and @ in Eq. (1.74), we simply repeat the trick here and define the following
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Figure 3.3: The phonon dispersion relation for three different 1D lattices. (a) A system
with lattice constant a and one ion of mass M; (black disks) per unit cell. (b) As in (a)
but now substituting every second ion of mass M; with one of mass My (white disks)
resulting in two ions per unit cell and a doubling of the lattice constant. (c) As in (a) but
now with the addition of mass M ions in between the mass M; ions resulting in two ions
per unit cell, but the same lattice constant as in (a).

annihilation and creation operators b, and bt i

bk = \/ﬁ(ﬁk_i_ h/£k>, Uy, = Ekﬂ(bfk—i_bk)’ Ek— ka’
D S Y s
o= A(E ) v = gyt

(3.10)

Note how both the oscillator frequency wp = w_j and the oscillator length ¢, = £
depends on the wavenumber k. Again by direct insertion it is readily verified that

1
Hpn = Z heoy, (lercbk + 5)7 [bkl, b;r@] = 5k1,k2- (3.11)
k

This is finally the canonical form of a Hamiltonian describing a set of independent harmonic
oscillators in second quantization. The quantized oscillations are denoted phonons. Their

dispersion relation is shown in Fig. 3.3(a). It is seen from Eq. (3.9) that Wi —> L ak,
—
so our solution Eq. (3.11) does in fact bring about the acoustical phonons. The sound

velocity is found to be vy = \/% a, so upon measuring the value of it, one can determine
the value of the free parameter K, the force constant in the model.

If, as shown in Fig. 3.3(b), the unit cell is doubled to hold two ions, the concept of
phonon branches must be introduced. It is analogous to the Bloch bands for electrons.
These came about as a consequence of breaking the translational invariance of the system
by introducing a periodic lattice. Now we break the discrete translational invariance given
by the lattice constant a. Instead the new lattice constant is 2a. Hence the original BZ
is halved in size and the original dispersion curve Fig. 3.3(a) is broken into sections. In
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Figure 3.4: (a) An acoustical and (b) an optical phonon having the same wave length for
a 1D system with two ions, e and o, per unit cell. In the acoustical case the two types of
ions oscillate in phase, while in the optical case they oscillate 7 radians out of phase.

the reduced zone scheme in Fig. 3.3(b) we of course find two branches, since no states can
be lost. The lower branch resembles the original dispersion so it corresponds to acoustic
phonons. The upper band never approaches zero energy, so to excite these phonons high
energies are required. In fact they can be excited by light, so they are known as optical
phonons. The origin of the energy difference between an acoustical and an optical phonon
at the same wave length is sketched in Fig. 3.4 for the case of a two-ion unit cell. For
acoustical phonons the size of the displacement of neighboring ions differs only slightly
and the sign of it is the same, whereas for optical phonons the sign of the displacement
alternates between the two types of ions.

The generalization to p ionss per unit cell is straight forward, and one finds the ap-
pearance of 1 acoustic branch and (p-1) optical branches. The N appearing above, e.g.
in Eq. (3.8), should be interpreted as the number of unit cells rather than the number
of ions, so we have N, . = pN. A branch index A, analogous to the band index n for
Bloch electrons is introduced to label the different branches, and in the general case the
Hamiltonian Eq. (3.11) is changed into

1

_ i P

Hpp =Y Fwpa (b,Mb,M + 5), Broons = Pl = Oy s Oy e (3.12)
kA

3.4 Acoustical and optical phonons in 3D

The fundamental principles for constructing the second quantized phonon fields established
for the 1D case carries over to the 3D case almost unchanged. The most notable difference
is the appearance in 3D of polarization in analogy to what we have already seen for the
photon field.

We treat the general case of any monatomic Bravais lattice. The ionic equilibrium po-
sitions are denoted R, and the displacements by u (Rj). The starting point of the analysis

is a second order Taylor expansion in u(R;) of the potential energy Ulu(R,),... ,u(Ry)],
1 O*U
UxUy+ = R R,). 3.13
o+ 2 Z Zua( 1) aua(Rl) ou (Rz) uﬁ( 2) ( )
R,R, of B u=0

Note that nothing has been assumed about the range of the potential. It may very well
go much beyond the nearest neighbor case studied in the 1D case. The central object in
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22U
Qug Ou

Fourier transform, the so-called dynamical matrix Dg(k):

the theory is the force strength matrix (generalizing K from the 1D case) and its

2
Das(Ry—Ry) = aua(Rla) uyRy)| Dap(k) =) Das(R) e ™. (3.14)

The discrete Fourier transform in 3D is a straight forward generalization of the one in 1D,
and for an arbitrary function f(R;) we have

/(R, E\/__ S k) R, 5 :% S kR,

keFBZ keFBZ ( )

3.15
i) =Ry, - kY
VN ’ KON & '

Due to the lattice periodicity D,g(R; — R,) depends only on the difference between any
two ion positions. The D-matrix has the following three symmetry properties!

Das(R) = Da(R), D> Dag(R) =0,  Dag(—R) = Dup(R). (3.16)
Using these symmetries in connection with D(k) we obtain

D(k) = ZD(R) e R = (ZD e R 4 ZD(—R) eik'R>
_ —ZD (“‘R eIk R _ )—2ZDR sin2<%k-R>. (3.17)

Thus D(k) is real and symmetric, hence diagonalizable in an orthonormal basis.
The classical equation of motions for the ions are simply

Mu'a(Rl):—% =  —Mi(R,) ZD u(R,). (3.18)

We seek simple harmonic solutions to the problem and find
u(R,t) x e KR = Mw?e = D(k)e. (3.19)

Since D(k) is a real symmetric matrix there exists for any value of k an orthonormal basis
set of vectors {€, |, €, 5, €, 3}, the so-called polarization vectors, that diagonalizes D(k),
i.e. they are eigenvectors:

D(k) €, = Ky, €y, €en €y = Oy as AN =123 (3.20)

'The first follows from the interchangeability of the order of the differentiation in Eq. (3.14). The
second follows from the fact that U = 0 if all the displacements are the same, but arbitrary, say d, because
then 0 =375 p d-D(Ri1—Rz)-d = Nd- [} g D(R)]-d. The third follows from inversion symmetry
always present in monatomic Bravais lattices.
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Figure 3.5: (a) Three examples of polarization in phonon modes: transverse, longitudinal
and general. (b) A generic phonon spectrum for a system with 3 ions in the unit cell. The
9 modes divides into 3 acoustical and 6 optical modes.

We have now found the classical eigenmodes u,, of the 3D lattice vibrations characterized
by the wavevector k and the polarization vector €,,:

. K,
MuPe, = K6, =  u,(Ryt) = ¢, &Rl g = -2 (321)

Using as in Eq. (3.10) the now familiar second quantization procedure of harmonic oscil-
lators we obtain

_ L /4 B fi
u, = Ekkﬁ@_k,)\—i—bk)\)ek)\, gk)\:1/ka)\, (3.22)

1
th = Z hwk)\ (b;r{)\bk)\ + 5)7 [bk)\’ bL/)\/] = 5k,k' 5}\,)\/. (323)
kA

Now, what about acoustical and optical phonons in 3D? It is clear from Eq. (3.17)
that D(k) o k? for k — 0, so the same holds true for its eigenvalues K, ,. The dispersion
relation in Eq. (3.19) therefore becomes wy , = v, (0, ¢r) k, which describes an acoustical
phonon with a sound velocity v, (04, ¢x) in general depending on both the direction of k
and the polarization A. Asin 1D the number of ions in the unit cell can be augmented from
1 to p. In that case it can be shown that of the resulting 3p modes 3 are acoustical and
3(p—1) optical modes. The acoustical modes are appearing because it is always possible to
construct modes where all the ions have been given nearly the same displacement resulting
in an arbitrarily low energy cost associated with such a deformation of the lattice. In
Fig. 3.5 is shown the phonon modes for a unit cell with three ions.

A 3D lattice with N unit cells each containing p ions, each of which can oscillate in
3 directions, is described by 3pN modes. In terms of phonon modes we end up with 3p
so-called phonon branches w, ,, which for each branch index A are defined in N discrete
points in k-space. Thus in 3D the index A contains information on both which polarization
and which of the acoustical or optical modes we are dealing with.
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3.5 The specific heat of solids in the Debye model

Debye’s phonon model is a simple model, which describes the temperature dependence of
the heat capacitance Cy = g—? of solids exceedingly well, although it containes just one
material dependent free parameter. The phonon spectrum Fig. 3.5(b) in the reduced zone
scheme has 3p branches. In Fig. 3.6(a) is shown the acoustic and optical phonon branch in
the unfolded zone scheme for a 1D chain with two ions per unit cell. Note how the optical
branch appears as an extension of the acoustical branch. In any dimension a reasonable
average of the spectrum can be obtained by letting each acoustical branch in the unfolded
zone scheme have a linear dispersion relation w,, = v, k. Furthermore, since we will use
the model to calculate the specific heat by averaging over all modes, we can even employ
a suitable average vy, out the polarization dependent velocities v, and use the same linear
dispersion relation for all acoustical branches,

Wiy = Upk = € = hvp k. (3.24)

Even though we have deformed the phonon spectrum we are not to change the number
of phonon modes. As mentioned before, the number of modes per branch in the unfolded
zone scheme must equal the number N, = pN of ions in the lattice. Since we are using
periodic boundary conditions the counting of phonon modes is equivalent to that we did
in Sec. 2.1.2 for plane wave electron states, i.e. N, = [V/(2m)3]x[volume in k-space].
Since the Debye spectrum Eq. (3.24) is isotropic in k-space, the Debye phonon modes
must occupy a sphere in this space, i.e. all modes with [k| < kp, where kp, is denoted the
Debye wave number determined by
N; ion — Y é
(2m)3 3

k. (3.25)

Inserting kp into Eq. (3.24) yields a characteristic energy and hence a characteristic tem-
perature, Tp:

kgTp = hvp kp = 677N,

on (AUp)? =V (kpTp)?. (3.26)
Continuing the analogy with the electron case the density of states Djoy(¢) is found by
combining Eq. (3.24) and Eq. (3.25),

1% 1 3 1% 1 9
Nion(e) = WW € = Dion(g) = ﬁw ev, O<e< kBTD‘ (327)
The energy FEion(T') of the vibrating lattice is now easily computed using the Bose-Einstein
distribution function ng(e) Eq. (1.122) for the bosonic phonons:

kBTD V 1 kBTD 53
B (T) = /0 de eDion(e)np(e) = ﬁw/ﬂ de T (3.28)
It is now straight forward to obtain Ci%" from Eq. (3.28) by differentiation:
; 3E T \3 TD/T 1134 e’
cion(y = Zion _ g 1, (—) / de —2 ¢ 3.29
\%4 ( ) oT ion''B TD 0 x(ex_l)z ( )
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Figure 3.6: (a) The linear Debye approximation to the phonon spectrum with the Debye
wave vector kp shown. (b) Comparison between experiment and the Debye model of heat
capacitance applied for lead, silver, aluminum, and diamond.

where the integrand is rendered dimensionless by introducing T}, from Eq. (3.26). Note
that T}, is the only free parameter in the Debye model of heat capacitance; v, dropped
out of the calculation. Note also how the model reproduces the classical Dulong-Petit
value in the high temperature limit, where all oscillators are thermally excited. In the low
temperature limits the oscillators “freeze out” and the heat capacitance drops as T,

. 127 T \3 .
CNT) —p =T Niahy () CET) — 3Nl (3.30)

T<T, 5 ion R T>T, ion

In Fig. 3.6(b) the Debye model is compared to experiment. A remarkable agreement
is obtained over the wide temperature range from 10 K to 1000 K after fitting 77, for each
of the widely different materials lead, aluminum, silver and diamond.

We end this section by a historical remark. The very first published application of
quantum theory to a condensed matter problem was in fact Einsteins work from 1906,
reproduced in Fig. 3.7(a), explaining the main features of Weber’s 1875 measurements on
diamond. In analogy with Planck’s quantization of the oscillators related to the black
body radiation, Einstein quantized the oscillators corresponding to the lattice vibrations,
assuming that all oscillators had the same frequency wg. So instead of Eq. (3.27), Einstein
employed the much simpler DE (e) = §(e — hwy), which immediately leads to

on

, T./T
CioE(T) = 3N, °r

TE 2 —
ion¥B <?> (ToT _ 1) Ty = hwp/kg. (3.31)

While this theory also gives the classical result 3V, kg in the high temperature limit,
it exaggerates the decrease of C’%?n at low temperatures by predicting an exponential
suppression. In Fig. 3.7(b) is shown a comparison of Debye’s and Einstein’s models.
Nowadays, Einsteins formula is still in use, since it provides a fairly accurate description

of the optical phonons which in many cases have a reasonably flat dispersion relation.
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Figure 3.7: (a) The first application of quantum theory to condensed matter physics.
Einstein’s 1906 theory of heat capacitance of solids. The theory is compared to Weber’s
1875 measurements on diamond. (b) A comparison between Debye’s and Einstein’s model.

3.6 Electron-phonon interaction in the lattice model

In Chap. 2 we mentioned that in the lattice model the electron-ion interaction splits in
two terms, one arising from the static lattice and the other from the ionic vibrations,
He_ion = Velotatt + Hel—pn. The former has already been dealt with in the Hpjoepn, so in
this section the task is to derive the explicit second quantized form of the latter. Regarding
the basis states for the combined electron and phonon system we are now in the situation
discussed in Sec. 1.4.5. We will simply use the product states given in Eq. (1.105).

Our point of departure is the simple expression for the Coulomb energy of an electron
density in the electrical potential of the N ions,

He_ion :/ Pel Zvél 10n ) (3.32)

As before the actual ion coordinates are given by Rj = R?- +u,, where R?- are the ionic
equilibrium positions, i.e. the static periodic lattice, and where u; denotes the lattice
vibrations. The respective contributions from these two sets of coordinates are separated
by a Taylor expansion, Ve_jon(r — Rj) ~ Vel—ion(r — R?) — V Ve—ion(r — R?) u;, note
the sign of the second term, and we obtain

He—ion = / pel Z Vel 1on ) - / pel ZV Vel— 10n ) ’ uj-
(3.33)

The first term is the one entering Hpjoen in Eq. (2.6), while the second is the electron-
phonon interaction, also sketched in Fig. 3.8,

Helph:/drpel {Zeu “VieVelo 10n( _R;))} (3'34)

Hej_py is simple to define in real space, but a lot easier to use in k-space, so we will proceed
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Figure 3.8: (a) Being in an eigenstate a Bloch electron moves through a perfect lattice
without being scattered. (b) A displaced ion results in an electric dipole relative to the
perfect background, and this can scatter Bloch electrons from |k, o) to |k’, o).

by Fourier transforming it. Let us begin with the ionic part, the u-VV-term. The Fourier
transform of u; is given in Eq. (3.22), where we note that the phonon wavevector k is
restricted to the Brillouin zone k € FBZ. Defining Vi _jon(r) = % Zp Vpeip'”, we see that
V, simply brings down a factor ¢p. To facilitate comparison to the phonon wavevector k
we decompose p as in Eq. (2.10): p=q+ G, where q € FBZ and G € RL. All in all we
have

(r—R°
VI"/Yezl—ion(r - R?) = Z Z q + G q+Ge i(at+G)-( R; ), (335)
qEFBZ GERL
_ bior bt 3.36
u; = ZZ k>\+ ISYAIE (3.36)
keFBZ A

These expressions, together with Z KRy = N Ok 0 and multiplying by e, lead to

Z € uj : VrVel—ion(r - R?) Z gq G\ (bq A + bJr —q, )\) €i(q+G).r, (337)
J quBz
G eRL,\

where we have introduced the phonon coupling strength g4 a .\ given by

Nh

9q,G,\ = i€ oM

o (@t G)eg Vara. (3.38)
q

The final result, He_pp, is now obtained by inserting the Fourier representation of the
electron density, pe(r) = %kaa e*ip"’cLi_pgckU, derived in Eq. (1.93), together with
Eq. (3.37) into Eq. (3.34), and utilizing [dr e’®T = V§,_:

el ph = Z Z qu,G A k+q+G o Cko (bq A + bfq7 ) (339)

ko g\ G

The interpretation of this formula is quite simple. Under momentum conservation (but
only up to an undetermined reciprocal lattice vector due to the periodicity of the lattice)
and spin conservation the electrons can be scattered from any initial state |k, o), to the
final state |k + q + G,0), either by absorbing a phonon from the state |qA) , or by
emitting a phonon into the state | — q)\>ph. A graphical representation of this fundamental
process is shown in Fig. 3.9.
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Figure 3.9: A graphical representation of the fundamental electron-phonon coupling. The
electron states are represented by the straight lines, the phonon states by curly spring-like
lines, and the coupling strength by a dot. To the left the electron is scattered by absorbing
a phonon, to the right by emitting a phonon.

The normal processes, i.e. processes where per definition G = 0, often tend to dominate
over the so-called umklapp processes, where G # 0, so in the following we shall completely
neglect the latter.? Moreover, we shall treat only isotropic media, where € \ is either
parallel to or perpendicular to q, i.e. q-€ a in 9q.G =0\ is only non-zero for longitudinally
polarized phonons. So in the Isotropic case for Normal phonon processes we have

91 ph = Z Z gq,)\ k+q ko (bq A + bJr—q, ) (340)

ko q),

Finally, the most significant physics of the electron-phonon coupling can often be extracted
from considering just the acoustical modes. Due to their low energies they are excited
significantly more than the high energy optical phonons at temperatures lower than the
Debye. Thus in the Isotropic case for Normal Acoustical phonon processes only the
longitudinal acoustical branch enters and we have

g\IAph = Z Z gq Ck+q ko (bq + biq) . (3'41)
a
If we for ions with charge +Ze approximate V, by a Yukawa potential, V, = <= c? e Jlrk2
0

(see Exercise 1.5), the explicit form of the Couphng constant g, 1s partlcularly simple:

Ze? q Nh
=1 .
%a € ¢+ K2\ 2Mwqy

(3.42)

3.7 Electron-phonon interaction in the jellium model

The electron-phonon interaction for Einstein phonons in the jellium model, see Sec. 3.1, is
derived in anology with the that of normal lattice phonons in the isotropic case, Eq. (3.41).

>There are mainly two reasons why the umklapp processes often can be neglected: (1) Vy+c 1s small
due to the 1/(q + G) dependence, and (2) At low temperatures the phase space available for umklapp
processes is small.
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If we as in Sec. 3.1 neglect the weak dispersion of the Einstein phonons and assume that
they all vibrate with the ion plasma frequency € of Eq. (3.3), the result for N vibrating
ions in the volume V is

ngle—ph = E Z Z g]cfl CL-l—q,UCkU (bq + bT_q), (343)
ke q

: Ze2 1 | Nh
el -

gy =i =\ ———. 44
a ' € q 2MQ) (3 )

3.8 Summary and outlook

with

In this chapter we have derived the second quantized form of the Hamiltonian of the
isolated phonon system and the electron-phonon coupling. The solution of the phonon
problem actually constitutes our first solution of a real interacting many-particle system,
each ion is coupled to its neighbors. Also the treatment of the electron-phonon coupling
marks an important step forward: here we dealt for the first time with the coupling
between to different kinds of particles, electrons and phonons.

The electron-phonon coupling is a very important mechanism in condensed matter
systems. It is the cause of a large part of electrical resistivity in metals and semiconductors,
and it also plays a major role in studies of heat transport. In Exercise 3.1 and Exercise 3.2
give a first hint at how the electron-phonon coupling leads to a scattering or relaxation
time for electrons.

We shall return to the electron-phonon coupling in Chap. 15, and there see the first
hint of the remarkable interplay between electrons and phonons that lies at the heart of the
understanding of conventional superconductivity. The very successful microscopic theory
of superconductivity, the so-called BCS theory, is based on the electron-phonon scattering,
even the simple form given in Eqgs. (3.41) and (3.42) suffices to cause superconductivity.



Chapter 4

Mean field theory

The physics of interacting particles is often very complicated because the motion of the
individual particles depends on the position of all the others, or in other words the parti-
cles motions become correlated. This is clearly the case for a system of charged particles
interacting by Coulomb forces, such as e.g. the electron gas. There we expect the prob-
ability to find two electrons in close proximity to be small due to the strong repulsive
interaction. Consequently, due to these correlation effects there is a suppressed density in
the neighborhood of every electron, and one talks about a “correlation hole”.

Nevertheless, in spite of this complicated problem there are a number of cases where a
more crude treatment, not fully including the correlations, gives a good physical model. In
these cases it suffices to include correlations “on the average”, which means that the effect
of the other particles is included as a mean density (or mean field), leaving an effective
single particle problem, which is soluble. This idea is illustrated in Fig. 4.1. The mean
fields are chosen as those which minimize the free energy, which in turn ensure that the
method is consistent, as we shall see shortly. This approximation scheme is called “mean
field theory”. Upon performing the mean field approximation we can neglect the detailed
dynamics and the time-independent second quantization method described in Chap. 1
suffices.

There exists numerous examples of the success of the mean field method and its ability

Figure 4.1: Illustration of the mean field idea. Left box shows the real physical system
where the interaction leads to correlation between the particle motions. To the right are
the interactions felt by the black particle replaced by an average interaction due to the
average density of the white particles.

67
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to explain various physical phenomena. In this chapter, we shall discuss a few examples
from condensed matter physics , but before going to specific examples let us discuss the
mathematical structure of the mean field theory.

First we consider a system with two kinds of particles, described by operators a, and
b,, respectively. Let us assume that only interactions between different kind of particles
are important. The Hamiltonian is

H:H0+Hint7 (413.)
Hy=> elala, + Y ebblb,, (4.1b)
v v
Vi = 3 Viuswabblba,. (4.1c)
v up!

Now suppose that we expect, based on physical argument, that the density operators
alay, and bLbu, deviate only little from their average values, (a,T,aV,> and (b,tbu,>. It is then
natural to use this deviation as a small parameter and perform an expansion. In order to

do so we define the deviation operators

dy,r = ala,/ — <a}:a,/>, (4.2a)
e = blbs — (Db, (4.2b)

and insert them into (4.1a), which gives

neglected in mean field

H=Hy+Var+ > Vippvdoey, (4.3)
vV !
where
Ve = > Vi (@b (B0,) + 8b,etaba,)) = 7 Vi aba, ) (80,00, (4.4)
2200 v up!

Because d,,s and e, are assumed to be small the second term in Eq. (4.3) is neglected,
and the interaction Viy is approximated by the mean-field interaction Vyr resulting in
the so-called mean-field Hamiltonian Hyr given by

Hur = Ho + Vv (4.5)

The mean field Hamiltonian Hyp contains only single-particle operators, and thus the
original many-body problem has been reduced to a single-particle problem, which in prin-
ciple is soluble.

Looking at Eq. (4.4) we can formulate the mean-field procedure in a different way: If
we have an interaction term involving two operators A and B given by a a product of the
two

Hup = AB, (4.6)
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then the mean-field approximation is given by A coupled to the mean-field of B plus B
coupled to the mean-field of A and finally to avoid double counting subtracted by the
product of the mean-fields (such that (HY%) = (A)(B)):

HJE = A(B) + (4)B — (A)(B). (4.7)

The question is however how to find the averages (a,T,aV,> and (b,tb#,>. There are two
possible routes which in fact are equivalent. Method 1: The average is to be determined
self-consistently, i.e. when calculating the averages

ﬁa = (ala,), (4.8a)

Al = (bb), (4.8b)

using the new mean-field Hamiltonian, the same answer should come out. This means for
n® (and similarly for n’) that

1
O (ala,ﬂMF = Z—MFTr ( ﬂHMFa,T,aV,) , (4.9)

where Zyr is the mean-field partition function given by
Znp = Tr (e—ﬁHMF) . (4.10)

Eq. (4.9) and the similar one for 7’ are called the self-consistency equations, since 2 and
nb are given in terms of Hyr and Zyr, which themselves depend on n% and nb .

Next we turn to the alternative route. Method 2: Use the n,,» that minimizes the free
energy of the mean field Hamiltonian. Using the expression for the free energy given in

Sec. 1.5, we get
d d 1
0= FMF = <_B In ZMF)

= Z Vuu,u’u’ <<bLbM'>MF - nz#') ) (411)
!

which gives the self-consistency equation for n’ and by minimizing with respect to n% we
arrive at Eq. (4.9). Thus the two methods are equivalent.

We can gain some more understanding of the physical content of the mean-field approx-
imation if we look at average interaction energy (Vint). A natural approximation would
be to evaluate the expectation value of a and b operator separately,

1nt Z VV;L;LZ/ a a,, ><b b > (412)
vV !
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which is equivalent to assuming that the a and b particles are uncorrelated! This is essence
the approximation done in the mean-field approach. To see this let us evaluate (Hj,) using
the mean-field Hamiltonian

1 _
(Vint)MF = —ZMFTr (e 5HMFHim) X (4.13)
Because the mean-field Hamiltonian can be separated into a part containing only a-
operators and a part containing only b-operators, Hyr = Hyp + HK/IF, the average fac-
torizes exactly as in Eq. (4.12), and we get

<Vint>MF: Z V,,”Vﬂr,/(alay,>MF(bwa>MF. (4.14)
vv! !

The mean field approach hence provides a consistent and physically sensible method
to study interacting systems where correlations are less important. Here “less important”
should be quantified by checking the validity of the mean-field approximation. That is,
one should check that d indeed is small by calculating (d) and using the neglected term in
(4.4) as a perturbation and then comparing it to (c:r,c,/>. If it is not small, one has either
chosen the wrong mean field parameter, or the method simply fails and other tools more

adequate to deal with the problem at hand must be applied.

4.1 The art of mean field theory

In practice one has to assume something about the averages (a:r,au,> and (bLb#,> because
even though (4.9) gives a recipe on how to find which averages are important, there are
simply too many possible combinations. Suppose we have N different quantum numbers,
then there are in principle N2 different combinations, which gives N2 coupled non-linear
equations, which of course is only tractable for small systems. With modern computers
one can treat hundreds of particles in this way, but for a condensed matter system, it
is out of the question. Therefore, one must provide some physical insight to reduce the
number of mean field parameters.

Often symmetry arguments can help reducing the number of parameters. Suppose for
example that the Hamiltonian that we are interested in has translational symmetry, such
that momentum space is a natural choice. For a system of particles described by operators
¢ and ¢!, we then have

(chew) = / dr / dr'e” 7 T (g (1) U (r')). (4.15)
It is natural to assume that the system is homogeneous, which means

(W) T() = f(r—1') = () = (e (4.16)

'"Remember from usual statistics that the correlation function between two stochastic quantities X and
Y are defined by (XY) — (X)(Y).
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This assumption about homogeneity is however not always true, because in some cases the
symmetry of the system is lower than that of the Hamiltonian. For example if the system
spontaneously orders into a state with a spatial density variation, like a wave formation
then the average (Uf(r)¥(r')) is not function of the r —r’ only. Instead it has a lower and
more restricted symmetry, namely that

(T (r)T(r')) = h(r,r'), h(r,r') = h(r+R,r' +R) (4.17)

with R being a lattice vector. The kind of crystal structure of course exists in Nature
and when it happens we talk about phenomena with broken symmetry. It is important to
realize that this solution can be found if we assumed Eq. (4.16) from line one. Instead we
should have started by assuming Eq. (4.17) leading to the possibility of (chk +q) being
finite, where R - Q = 27w. Thus the choice of the proper mean field parameters requires
physical motivation about which possible states one expects.

4.2 Hartree—Fock approximation

Above we discussed the mean-field theory for interactions between different particles. Here
we go on to formulate the method for like particles. For the interaction term in Eq. (4.1a)
we use the approximation to replace aJ,EaV, and bLb#, by their average values plus small
corrections. For interactions between identical particles this, however, does not exhaust
the possibilities and only includes the so-called Hartree term and now we discuss the more
general approximation scheme, called the Hartree-Fock approximation. Suppose we have

a system a system of interacting particles described by the Hamiltonian

H = Hy + Hint, (4.18a)
Hy = Zsyc:ﬂcy, (4.18b)
14
Vint = Z VVM’V/M/CZCLCM/CV/. (4.18¢)
vv! !

The basic idea behind the mean-field theory was that the operator

Pup = CLC;L’, (419)
is large only when the average (p,,s) is non-zero. For most of the combinations vv/ the

average (p,,) is zero. We therefore use the same strategy as in the introduction and write
the four operators in the interaction term in terms of a deviation from the average value

e, (chw - (CLCM,>> ¢y +chey (CL,CM/>. (4.20)

If the quantum number v/ is different from both ;o and ' we can commute ¢, with the
parenthesis. This is true except in a set of measure zero. With this assumption we again

write chu, as its average value plus a deviation, which gives

—

(clcl,, - (c}:cl,,>) (CLC#’ - <CLC#I>) + clcul<cL,cul> + CLC#/<CZ,CV/> - <cﬂ,cﬂl>(cz,cl,,>.
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If neglect the first term which is proportional to the deviation squared, we have arrived
at the Hartree approximation for interaction

Hartree _ 1 — t 1 — —
Vint = E :Vvu v u’nuu’c Co T3 E :Vvu,t/’u’”w’cucu’ D) § :Vvu,tl’u’”w’”uu"
(4.22)

This is the same result we would get if we considered the operators with (v, ') and (u, p')
to be different kinds of particles and used the formula from the previous section which
dealt with two kinds of particles. Obviously this is not the full result because they are not
in fact identical particles and there is therefore one combination we have missed in the
Hartree approximation, namely the so-called exchange or Fock term. The term we missed
is there because the product of four operators in Eq. (4.18¢) also gives a large contribution
when (clcﬂr> is finite. To derive the mean-field contribution from this possibility we thus
have to first replace clcw by its average value and following the principle in Eq. (4.7)
do the same with the combination chl,/. The mean-field result for the Fock term thus
becomes

1 1
Fock § : § : = t § : = =
mt Vyu v M'nVM'C Cyr — 5 VVIL,V'IL'n/LV’CVCM' + 5 Vyu,yfulnyulnuyl.
(4.23)

The final mean field Hamiltonian within the Hartree—Fock approximation is

HHF _ HO + VFock VHa.rtree (4‘24)

int int

Consider now the example of a homogeneous electron gas which is translation invariant
, which means that the expectation value (chL,) is thus diagonal. We can now read off the
corresponding Hartree-Fock Hamiltonian, see Exercise 4.1 from Eq. (1.101). The result is

Zsk o (4.25a)
=&+ Z V(0) = 050V (k — K')] 1,

=, + V(0 Z Vik —K)ng,. (4.25b)

The second term is the interaction with the average electron charge. As explained in
Chap. 2 in condensed matter systems it is normally cancelled out by an equally large term
due to the positively charged ionic background. The third term is the exchange correction.

Again we emphasize that the Hartree—Fock approximation depends crucially on what
averages we assume to be finite, and these assumptions must be based on physical knowl-
edge or clever guess-work. In deriving Eq. (4.25b) we assumed for example also that the
spin symmetry is maintained, which implies that (c;r{ 1Ck)) = (CLTCkT>. If we allow them
to be different we have the possibility of obtaining a ferromagnetic solution, which indeed
happens in some cases, which we discuss in Sec. 4.4.2.
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Figure 4.2: The energetics of a phase transition. Above the critical point the effective
potential has a well-defined minimum at the symmetry point, and the system is in a state
of large symmetry. Below the critical point a two well potential develops and the system
has to choose one of the two possibilities. Even though the total potential is still symmetric
the system will reside only in one well due to the macroscopically large energy barrier and
thus the state of the system has “lower symmetry” than the potential.

4.3 Broken symmetry

Mean field theory is often used to study phase transitions and thus changes of symmetry.
For a given Hamiltonian with some symmetry (e.g. translational symmetry, rotational sym-
metry in real space or in spin space) there exists an operator which reflects this symmetry
and therefore commutes with the Hamiltonian (e.g. translation operator, rotation operator
in real space or spin space). Since the operator and the Hamiltonian commute according
to the theory of Hermitian operators a common set of eigenstates exists. Consider for
example the case of a liquid of particles where the Hamiltonian of course has translational
symmetry, which means that the translational operator T'(R) commutes with Hamilto-
nian, [H,T(R)] = 0. Here T(R) is an operator which displaces all particle coordinates
by the amount R. It can be written as T' = exp(iR - P), where P is the total momentum
operator. The total momentum operator is thus a conserved quantity and it is given by

P =Yk, e, (4.26)
ko

We can now choose an orthogonal basis of states with definite total momentum, |P). This
fact we can use to “prove” the unphysical result that a density wave can never exist.
A density wave, with wave vector Q, means that the Fourier transform of the density
operator

p(Q) = el e iqo (4.27)

ko

has a finite expectation value, but

1 _
(e icran) = 5 3¢ (P, cieqe| P) = 0. (4.28)
P
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Phenomena Order parameter Order parameter
physical mathematical
crystal density wave Zk(CLCk+Q>
ferromagnet magnetization 2okl Cp it — O k)
Bose-Einstein condensate population of k = 0 state (aL:())
superconductor pair condensate (ckpe—xky)

Table 4.1: Typical examples of spontaneous symmetry breakings and their corresponding
order parameters.

because chk +q/P) has momentum P — Q and is thus orthogonal to |[P). We have there-
fore reached the senseless result that crystals do not exist. In the same way, we could
“prove” that magnetism, superconductivity, and other well-known physical phenomena
cannot happen. What is wrong?

The proof above breaks down if the sum of states in the thermodynamical average is
restricted. Even though crystals with different spatial reference points (or ferromagnets
with magnetization in different directions) have formally the same energy, they are effec-
tively decoupled due to the large energy barrier it takes to melt and then recrystallize
into a new state with a shifted reference (or direction of magnetization). In those cases
where many states of the system are degenerate but separated by large energy barriers,
it does not make sense to include them on equal footing in the statistical average as in
Eq. (4.28) because they correspond to macroscopically totally different configurations. We
are therefore forced to refrain from the fundamental ergodicity postulate of statistical me-
chanics, also discussed in Sec. 1.5, and built into the description that the phase space of
the system falls into physically separated sections. This is often illustrated by the double
barrier model of phase transitions shown in Fig. 4.2.

When at some critical temperature the thermodynamical state of the system develops
a non-zero expectation value of some macroscopic quantity which has a symmetry lower
than the original Hamiltonian it is called spontaneous breaking of symmetry. The quantity
which signals that a phase transition has occurred is called the order parameter. Typical
examples are listed in Table 4.1.

In order to arrive at the new phase in a calculation and to avoid the paradox in
Eq. (4.28), one has to built in the possibility of the new phase into the theory. In the
mean-field approach the trick is to include the order parameter in the choice of finite
mean fields and, of course, show that the resulting mean field Hamiltonian leads to a
self-consistent finite result. Next we study in some detail examples of symmetry breaking
phenomena and their corresponding order parameters.
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Figure 4.3: The left figure shows the Heisenberg model in the disordered state where there
is no preferred direction for spins, while in the ferromagnetic state, shown in the middle,
the spins form a collective state with a finite macroscopic moment along one direction.
The model discussed here includes interactions between adjacent spins only, as shown in
the right panel.

4.4 Ferromagnetism

4.4.1 The Heisenberg model of ionic ferromagnets

In ionic magnetic crystals the interaction between the magnetic ions is due to the exchange
interactions originating from the Coulomb interactions. Here we will not go into the details
of this interaction but simply give the effective Hamiltonian?, known as the Heisenberg
model for interaction between spins in a crystal. It reads

H=-2) 78-S (4.29)
ij
where S; is the spin operator for the ion on site ¢ and J;; is the strength of the interaction,
between the magnetic moment of the ions on sites ¢ and j. It depends only on the distance
between the ions. The interaction is generally short ranged and we truncate it so that it,
as in Fig. 4.3, is only non-zero for nearest neighbors, see Fig. 4.3, i.e.

{ Jo if 7 and j are neighbors,
Jij =

0 otherwise. (4.30)

We immediately see that if J < 0, the spins tend to become antiparallel whereas for
J > 0, it is energetically favorable to for the spins to be parallel. The first case corresponds
to the antiferromagnetic case, while the latter to the ferromagnetic case. Here we consider
only the ferromagnetic case, J > 0.

As the model Hamiltonian stands, although simple looking, it is immensely complicated
and cannot be solved in general, the spins of the individual ions being strongly correlated.
However, it is a good example where a mean-field solution gives an easy and also physical

correct answer. Suppose for simplicity that the ions have spin S = % The mean field
decomposition then gives
Hr~ Hyp=—=2Y Jij (Si) -85 =2 Jij Si- (S;) +2>_ Jij (Si) - (S;)- (4.31)
ij ij ij

’The term “effective Hamiltonian” has a well-defined meaning. It means the Hamiltonian describing
the important degrees of freedom on the relevant low energy scale.
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Here (S;) is the average spin at site i. From symmetry arguments we would then expect
that the expectation value of this is zero, because all directions are equivalent. But since
this is not the right answer we have to assume that the symmetry is broken, i.e. allow for
(S;) to be non-zero. Furthermore, because of the translational symmetry we expect it to
be independent of position coordinate i.3> So we assume a finite but spatial independent
average spin polarization.

If we choose the z axis along the direction of the magnetization our mean field assump-
tion is

(Si) = (S:) e,, (4.32)

and the magnetic moment m (which by assumption is equal for all sites) felt by each spin
thus becomes

m =2 J;(5.) e, =2nJy(S.)e,, (4.33)
J

where n is the number of neighbors. For a square lattice it is n = 2d, where d is the
dimension. The mean field Hamiltonian

Hyp =-2)_ m-S; —mN(S.), (4.34)

is now diagonal in the site index and hence easily solved. Here NN is the number of sites
and m = |m|. The mean-field partition function is now

ZMF = (eﬂm + eiﬂm)N ePNm(S:) [(eﬂm + eiﬂm> eﬁm2/2n‘]°} N, (4.35)

with one term for each possible spin projection, S, = :l:%.
The self-consistency equation is found by minimizing the free energy

OFvr 1 0 efm _ g=Pm m
=———hZyv=-N|—+——"—+——)-N—=0
om Bom MF <eﬂm + e=Bm nJo
which has a solution given by the transcendental equation
m
a =tanh (ba), a=—, b=nJdys. (4.36)
TLJ()
It is evident from an expansion for small «,
1 3
a =~ ba — g(ba) , (4.37)

®But had we reasons to believe that an antiferromagnetic solution (where the spins point in opposite
direction on even and odd sites) was relevant (if J;; < 0), we would have to assume that also this symmetry
was broken.
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b<1

’I’LJO

No solution

b>1

Te
Solution

Figure 4.4: Left two panels show the graphical solution of the mean field equation for
the Heisenberg model, Eq. (4.36) . At temperatures larger than the critical temperature,
T. = n.Jy, corresponding to b = n.Jy/T < 1 there is no solution and hence no ferromagnetic
moment. For b > 1 a solution exists. The resulting temperature dependence of the
magnetization is shown to the right.

that there is no solution for b < 1, and thus we can determine the critical temperature
T. where the magnetism disappears, by the condition b, = 1 and hence T, = nJy. Fur-
thermore, for small a we find the solution for the magnetization, o ~ 1/3(b — 1) = m ~

nJU\/?)T_TTC, valid close to T.. At T' = 0 where ¢t = oo the solution is @ = 1 and hence

m = nJy. For the functional form of the magnetization in the entire range of temperature
one must solve Eq. (4.36) numerically, which of course is a simple task. The solution is
shown in Fig. 4.4.

4.4.2 The Stoner model of metallic ferromagnets

In magnets where the electrons both generate the magnetic moments and also form con-
duction bands the Heisenberg model cannot explain the magnetism. This is simply because
the spins are not localized. Metallic magnetism happens e.g. in transition metals where the
conduction bands are formed by the narrower d or f orbitals. The interaction between two
particles in those orbitals is stronger and hence give a larger correlation between electrons
than between electrons occupying the more spread out s or p orbitals. Typical metals
where correlations between conduction band electrons are important are Fe and Ni.

Since the short range of the interaction is important it is relevant to study a model,
the so-called Hubbard model, where this physical fact is reflected in a simple simple but
extreme maner: the Coumlomb interaction between electrons is taken to be point-like in
real space and hence constant in momentum space.

U Z
Hyu, = E :EkCLaCkU + ﬁ CL-l-CIUCL’qu’ Cx/ o' Ckor+ (438)
ko k'kq,o0’

We now use the Hartree-Fock approximation scheme on this model but search for a fer-
romagnetic solution by allowing for the expectation values to depend on the direction of
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the spin. The mean field parameters are

<CLTCk’T> = ki Ny <CL¢Ckf¢> = Opele/ Mge | » (4.39)

and the mean-field interaction Hamiltonian becomes

U U
vat - V Z CL+qU<CL,7qJ,CkIJ/>CkU - v Z (C;r(+qack’a’>cir<’7qa’cka
k'kqoo’ k'kqoo’
U
_— Z [(chchka)<c;r<,7q0,ck,a,> — <cL+qgck,01>(cL,fqa,ck[,}} . (4.40)
k'kqoo’

The factor § disappeared because there are two terms as in Egs. (4.22) and (4.23). Using
our mean ﬁeld assumptions Eq. (4.39) we obtain

HMF = U Z c;rwck(7 [Ny — N0y UVZTL o + UVZ nZ, (4.41)
koo’ o
where the spin densities have been defined as
1

Ng = v Z<CLUCka>' (4'42)

k

The full mean field Hamiltonian is now given by
Hyr = Z 5kMUFcLackg -Uy Z Ngng + UV Z nZ, (4.43a)
ko ! o

eMF — o + U(ny +ny —ng). (4.43b)

The mean field solution is found by minimization, which gives the self-consistency equa-
tions

1
" =5 Z(cLackU ZnF eMEy, (4.44)

k

We obtain at zero temperature

dk ﬁ2k2

where %k%T—i-Un | = i, and of course a similar equation for spin down. The two equations
are

& 2/3 2/ i 2/3 2/3
Define the variables,
ny—n 2mUnt/3
(=1 + 4= n=n,+n,. (4.47)

n (3%2)2/3 hz’
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Normal state Partial polarization Full polarization
v >4/3 22/3 < v < 4/3 v <223

7l

Energy
Energy
Energy

DOS DOS DOS

Figure 4.5: The three possible solutions of the Stoner model. The polarization is thus a
function of the interaction strength; the stronger the interaction the larger the polarization.
The Stoner model provides a clear physical picture for how the exchange interactions
induce a ferromagnetic phase transition in a metal with strong on-site interactions.

Then by subtracting the self-consistency conditions (4.46), we get

2/3  2/3 _ 2mU -
nT/ —ni/ :7(670 2/3(nT—n¢),

£
1= 1+ — (1= (4.48)

This expression has three types of solutions:

v < % : Isotropic solution: ¢ =0 Normal state
22/3 <y < % : Partial polarization: 0 < { <1 Weak ferromagnet (4.49)
v > 22/3 Full polarization ¢ =1 Strong ferromagnet

The different solutions are sketched in Fig. 4.5.

The possibility for a magnetic solution can be traced back to the spin-dependent en-
ergies Eq. (4.43a), where it is clear that the mean-field energy of a given spin direction
depends on the occupation of the opposite spin direction, whereas the energy does not
depend on the occupation of the same spin direction. This resulted from two things: the
short rang interaction and the exchange term. One can understand this simply from the
Pauli principle which ensures that electrons with the same spin never occupy the same
spatial orbital and therefore, if the interaction is short-range, they cannot interact. This
leaves interactions between opposite spin as the only possibility. Thus the interaction
energy is lowered by having a polarized ground state, which on the other hand for a fixed
density costs kinetic energy. The competition between the potential and the kinetic energy
contributions is what gives rise to the phase transition.

The Stoner model gives a reasonable account of metallic magnets and it is also capable
of qualitatively explaining the properties of excitations in the spin polarized states. This
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is however outside the scope of this section and the interested reader should consult for
example the book by Yosida.

4.5 Superconductivity

One of the most striking examples of symmetry breaking is the superconducting phase
transition. Below the critical temperature the metal which turns superconducting has
no resistance what so ever, and it exhibits perfect diamagnetism (called Meissner effect),
which means that magnetic fields are totally expelled from the interior of the material.
These astonishing phenomena result from the superconducting state having a new form of
symmetry breaking, namely loss of global gauge invariance. Besides the superconductivity
itself and the Meissner effect superconductors show a number of other characteristics,
e.g. distinct single particle properties, which result from the appearance of a gap in the
excitation spectrum.

Both the new type of phase and the appearance of a gap are explained by the Bardeen-
Cooper-Schrieffer (BCS) theory from 1957. It is probably the most successful theory in
condensed matter physics and it has found application in other branches of physics as
well, e.g. to explain the stability of nuclei with an even number of nucleons and also in
the standard model of high-energy physics.

In this section, we give a short introduction to the BCS theory, which in its spirit is
very much like the Hartree—Fock theory presented above. It is a mean-field theory but
with a quite unusual mean field and therefore we begin by discussing the nature of the
superconducting phase.

4.5.1 Breaking of global gauge symmetry and its consequences

Let us start by understanding what kind of broken symmetry could give rise to a super-
conducting state. As was said above, the relevant symmetry is the global gauge symmetry,
which means that we can give all electrons the same extra constant phase and still leave
the Hamiltonian invariant. The analog to this in the case of a ferromagnet, is that all spins
can be rotated by some angle without changing the Hamiltonian, which therefore has a
global SO(3) symmetry. In that case a broken SO(3) symmetry means that the expecta-
tion value (S) is not invariant under the rotation, because it will change the direction of
the magnetization. In the same way the phase rotation also changes the superconducting
order parameter, which is of the form (c,c,/). The order parameter for the supercon-
ductor thus involves an expectation value of two annihilation operators. Of course, the
number of particles is not conserved, but this is not a problem here where we discuss only
superconductors connected to electron reservoirs. Schematically the analogies between
superconductors and ferromagnets are as shown in Table 4.2.

While it is clear why the finite expectation (S) gives a magnetization in the case of a
ferromagnet, it is not so clear why broken symmetry in the superconducting case leads to
a system without resistance. We have argued that the superconducting state is sensitive
to a change of global phase, but it is also clear that a constant phase cannot have any
measurable effect because all expectation values are given by the absolute square of the
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Global gauge symmetry, superconductor Global SO(3), ferromagnet

¢y, =¥ = H—->H S->US= H—>H
Broken symmetry: 0 # (c,c,/) — (c,c)e??  Broken symmetry: 0 # (S) — U(S)

Table 4.2: The analogy between the broken symmetries of a superconductor and a ferro-
magnet.

wave function. However, phase gradients can have an effect. Let us therefore assume
that the we ascribe a phase to the superconducting state which depends on position,
¢ (r), but varies extremely slowly, such that it takes a macroscopic distance to see any
significant changes in ¢ (r). For any other non-superconducting system it would not make
sense to talk about a quantum mechanical phase difference over macroscopic distances,
simply because quantum coherence is destroyed by all sorts of scattering events on rather
short length scales, maybe of the order of 10 nm or less in metals. To argue that the
superconducting state depends on phase differences over macroscopic distances is therefore
very unusual and tells us that superconductivity is a macroscopic quantum phenomenon.

In order to study the consequences of the phase change let us introduce a unitary
transformation which changes the phase

U = exp (z / dr p(r)y (r)> , (4.50)

(recall that p, is the density operator p(r) = W' (r) ¥ (r)) because it has the following
properties when applied to quantum field operators

U(r) =UT(r)U ! =exp <i/dr p(r)cp(r)) U(r) exp (—i/dr p(r)cp(r))
= W (r) exp (—igp (v)) = ¥ (r), (4.51a)
Ul(r) = U0 (r)U ! = Ui (r) exp (ip (r)). (4.51b)
These equations follow from the differential equation (together with the boundary \ilwzo =
o)
d
dep (r')

(See also Eq. (5.24) in Chap. 5 which is derived in the same way.) If we transform the
density operator and calculate the transformed partition function, we get

U(r) = iU[p(r'), U(r)]U L = iT(r)o (r—r). (4.52)

7 =T [Ue’ﬂH U*l] W [(ﬁﬁ ] : (4.53)

Note here that if we had used the cyclic properties of the trace, U would have disappeared
all together. However, we learned above that when dealing with systems with broken
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symmetry, the sum-over-states has to be restricted so that the cyclic properties does
not necessarily hold. This we have anticipated by the symbol Tt which means that
the trace is restricted due to the spontaneous symmetry breaking. The transformation
only changes in the kinetic energy term of the Hamiltonian, because both the Coulomb
interaction term, the impurity scattering term, and the phonon coupling term, only involve
the electron density operator p(r) which according to (4.51) is unchanged under the phase
shift transformation. The kinetic part reads

2
7 / dr W (r)ei#(®) (’—?v + eA) e 9y (r)
Mme i
1 N ?
= drU'(r) [ =V +eA —hVp(r) | ¥(r),
2m, 1

2
:H—h/derp(r) -J(r)—i-;Zn

- [ drpla)(Vote)) (.54
where the last step closely follows the derivation of the current operator in Sec. 1.4.3.

The claim above was that contrary to the non-superconducting state in the supercon-
ductor the phase is a macroscopic quantity. Let us therefore minimize the free energy with
respect to the phase in order to find the condition for the lowest free energy. It is clear
from (4.54) that the energy doesn’t depend on ¢ itself, but only on the gradient of ¢. We
obtain

S =~ ) (o) Tplr) =0, (4.55)

e

and hence the energy is minimized if it carries a current, even in equilibrium, given by

<J>:h,00

Me

V. (4.56)

The meaning of this result is that by forcing a phase gradient onto the system it
minimizes its energy by carrying a current even in thermodynamical equilibrium, meaning
a dissipationless current. In the normal state of metals a current is always associated with
a non-equilibrium state, where energy is constantly dissipated from the driving source and
absorbed in the conductor. Of course there is an energy cost for the system to carry the
current, but as long as this cost is smaller than the alternative which is to go out of the
superconducting state, the current carrying state is chosen. The critical current is reached
when the energies are equal, and then the superconductor goes into the normal state.

What have we done so far is to show that if a phase gradient is imposed on a system,
where the energy is assumed to depend on phase differences on a macroscopic scale, it
unavoidably leads to the conclusion that the system will carry a dissipationless current in
order to minimize the energy cost of the phase gradient.

Finally, it should be noted that the appearance of the excitation gap is not the reason
for the superconductivity itself. The superconductivity is, as we have argued, due to the
lack of gauge invariance, and in fact gapless superconductors do exist.
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4.5.2 Microscopic theory

The understanding that superconductivity was closely related to the electron-phonon cou-
pling was clear from the early 1950’ies when for example the isotope effect was discovered.
Also the idea that the superconductivity was somehow similar to Bose-Einstein condensa-
tion, with the bosons being electron pairs, had been tried and in fact was the underlying
idea of London’s theory in 1935. However, only in 1956 Cooper showed that the Fermi
surface of the normal metal state was unstable towards formation of bound pairs of elec-
trons (see Chap. 15). Subsequently in 1957 when the superconducting state was derived
using a variational wavefunction by BCS, were the principles fully understood. Here we
give an outline of the main principles in the BCS theory.

In Chap. 16 we will see that the phonon mediated electron-electron interaction (derived
from the electron-phonon interaction found in Sec. 3.6) in fact has a range in frequency and
momentum space where it is negative, i.e. attractive. This happens for energy exchanges
of order the Debye energy, wp, which as we saw in Chap. 3 for metals is much smaller than
the Fermi energy, wp < Er. Furthermore, from the Cooper instability we know that the
phonon-mediated interaction tends to pair electrons with opposite spin and momentum.
We define a Cooper pair operator

bk = Ckic—kT'

These two physical inputs led BCS to suggest the following remarkably successful model
Hamiltonian to explain the superconducting state. The BCS effective Hamiltonian model
is

HBCS == Z gkCLUCkU + Z ka’CLTCT—k\LC—k’LCk’T? (457)
ko kk'

where Vi is the coupling strength which is only non-zero for states with energy ey within
¢, Ftwp and furthermore constant and negative, Vi r = —Vp, in this range. The interaction
includes only pair interactions and the remaining interaction is supposed to be included
in ek via a Hartree-Fock term. The origin of the attractive interaction can intuitively
be thought of in the following way: when an electron propagates through the crystal it
attracts the positive ions and thus effectively creates a positive trace behind it. This trace
is felt by the other electrons as an attractive interaction. It turns out that this effective
interaction is most important for electrons occupying time reversed states and in fact they
can form a bound state which is the Cooper pair. The Cooper pair is thus a bound state
of an electron in state v, (r) and an electron in state 1} (r) or in the homogeneous case
electrons in state k and —k.

Because the typical energy exchange due to the attractive interaction is the Debye
energy, wp, one would naively expect that the energy scale for the superconducting tran-
sition temperature would be of the order wp/k. This is however far from the truth because
while wp/k is typically of the order of several hundred kelvin, the critical temperatures
found in “conventional” low superconductors are in most cases less than 10 K and never
more than 30 K. It therefore seems that a new energy scale is generated and we shall
indeed see that this is the case.
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The mean field assumption made by BCS, is that the pair operator has a finite ex-
pectation value and that it varies only little from its average value. The BCS mean field
Hamiltonian is derived in full analogy with Hartree-Fock mean field theory described
above

MF
Hgcg = Z ek Chr — Z AkCLTCTfM
ko k

— Z Al*cckJ,C—kT + Z kal <CLTCJLk¢> (Ck’J,C—k’T>7 (458&)
k kk’
Ak = — Z kal (ka’\],CkIT> (458b)
kk’

The mean field Hamiltonian is quadratic in electron operators and should be readily solv-
able. It is however somewhat unusual in that terms like ¢f¢f and cc appear. The way to
solve it is by a so-called Bogoliubov transformation. For this purpose it is convenient to
write the Hamiltonian in matrix notation

A
- ) (5 2)(5)

ko C_ki
+ Z €k + Z ka’<CLTCJr_k¢>(Ck'¢ka'T>a
k Kk’
= Z ALHkAk + constant, (4.59)
ko
where
Crep ek Ak )
A, = , H = " . 4.60
. (CTM) (o (460
To bring the Hamiltonian into a diagonal form, we introduce the unitary transformation
By = 7JrkT =UgAy, Ug= ( uf _Zk ) ) (4.61)
Vx| U Uy
which diagonalizes the problem if
T _ ([ By 9
U, H Uy = ( 0 B, ) . (4.62)

After some algebra, we find the following solution for u, v and the energies, E and F

1 € 1 €
2 _ -~ k 2 _ - _ "k

B = /et + A2 = —Ey. (4.64)
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The new fermion operators that diagonalize the Hamiltonian are called bogoliubons and
they are superpositions of electrons and holes. This rather unusual particle appears be-
cause of the lack of particle conservation in the mean field Hamiltonian. There are two
different bogoliubons inherited from the two fold spin degeneracy. From (4.61) we have
the transformations from old to new operators

Tk Uy, —0 Cy Cy up v Tk
<7TT>:<U§ u*k><cTT>@<cTT>:(—g" uk><TT>’
k| k k —k| k| k Yk Vx|
(4.65)

and the Hamiltonian is in terms of the new bogoliubons
HYES = Z E, (71];T7kT + 71];¢7ki> + constant. (4.66)
k

As is evident from the new Hamiltonian and the solution in Eq. (4.64) there are no
fermion excitations possible with energy less than |A|. The mean field parameter provides
an energy gap, which is why it is called the superconducting gap. The excitation gap has
a number of important consequences.

The self-consistent solution is found from the so-called gap equation in (4.58b) by
calculating the expectation value of the right hand side using the diagonalized Hamiltonian.
Above in the general section on mean field theory we saw that this procedure is equivalent
to minimizing the free energy with respect to the mean field parameter, which is here (by).
Using Eqs. (4.61), (4.63), and (4.64) we find

Ag =-— Z Vi (ka’J,Ck’T>7
K’
= — Z kal < (u;({’/)/k’i — vk”ﬁt’i) (ul*{’/)/k’T + Uk’V[LJ/) >7
K/

== Z Vi (Ul*d Uy kaﬂf;fﬂ — Vs U <7T_kfﬂ_m>>
kl
== Viwupvw [1 = 2nF (By)], (4.67)
kl
where we used in the last step that according to the Hamiltonian (4.66) the bogoliubons are
free fermions and therefore their distribution function is the usual Fermi-Dirac distribution.
Now using the approximation that Vi, is finite only for e, e € [EF — wp, EF + wp],
and that wp < EF, such that the density of states is constant in the energy interval in
question, we get

A| = Vod(Er) / wD ds% 1 — 205 (E)], (4.68)

and the gap |A| is determined by the integral equation,

1 wp  tanh (,B\/sz + |A|2/2>
- d
ng(EF) /0 ¢ /2 + |A|2 )

(4.69)
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(@) A (b)
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+ Indium

Te

Figure 4.6: Measured values of the gap parameter for three different metals compared
to the BCS predictions. To the left the temperature dependence is shown as it follows
from the BCS gap equation in Eq. (4.69) together with experimental values. The right
table shows the measured value of the ratio between twice the gap at zero temperature
and critical temperature, determined from tunneling measurements. The theoretical BCS
value is given in Eq. (4.72).

which can be solved numerically. In Fig. 4.6, we show the temperature dependence of the
gap together with measured values. The critical temperature is found by setting A =0 in
the integral and one finds approximately

kTe = 1.13wpe Y/VoN(ER), (4.70)

At zero temperature the gap, Ay, is found from

1 wp 1
= / de———— = sinh ' 22
) Jo 0

ng(EF \Je2 + A% A
Y
= wD ~ —1/Vod(Er) 4.71
sinh (1/VoN(Er)) D¢ ’ (4.71)

because in metals Vyd(EF) is typical a very small number. Combining (4.70) and (4.71),
we get the BCS prediction that the ratio of gap to critical temperature is

2Ap

—— = 3.53. 4.72

kT (472)
This is in very good agreement with experimental findings, see Fig. 4.6(b), where the ratio
typically range between 3 and 4.5. This is just one of the successes of the BCS theory,
but there are many others but the reader is referred to the many very good books on
superconductivity listed below.

Both the gap and the critical temperature are thus reduced by the factor exp (—1/Vyd(EFr))

as compared to the bare energy scale of the interaction, wp. This strong renormalization
is what generates the new scale, wpexp (—1/Vpd(EF)), as we foresaw in the discussion
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above. Note that the interaction strength appears in a non-perturbative fashion in this
expression, because the function exp (—1/x) has no Taylor expansion at = 0. This tells
us that the result could never have been derived using perturbation theory in the inter-
action, no matter how many orders where included. This is in fact a general feature of
phase transitions. It is not possible by perturbation expansions to cross a phase transition
line, because the two states have no analytic connection. Once again we see that there is
no automatic way to predict the phase diagram of a given physical system, and one must
rely on a combination of technical skill and most importantly physical intuition.

The BCS theory has provided an excellent model for the behavior of low tempera-
ture superconductors. It is however not clear to what extend the theory can be used
to explain the superconductivity of high temperature superconductors and other exotic
superconducting materials. This is still a very active and interesting area of research.

4.6 Summary and outlook

Mean field theories are widely used to study phase transitions in matter and also in
e.g. atomic physics to compute the energetics of a finite size systems. The mean field
approximation is in many cases sufficient to understand the important physical features,
at least those that has to with static properties. We have seen examples of this in the case
of magnets and superconductors, where the important concept of symmetry breaking was
introduced. It means that the state of the system choose to have a lower symmetry that
the original Hamiltonian, e.g. all spins point in the same direction. Of course we have
not covered the vast fields of both magnetism and superconductivity very detailed and the
interested reader should consult the book by Yosida to learn more about magnetism, and
the books by Schrieffer, Tinkham and de Gennes to learn about superconductivity.

In the remaining part of this course we shall deal with the dynamical properties of
many-particle systems. Also for the time-dependent case Hartree—Fock type approxima-
tions well be invoked, e.g. for the so-called Random Phase Approximation treatment of
the dielectric function in Sec. 7.5. The RPA result will later be derived later based on a
more rigorous quantum field theoretical approach in Chap. 12.
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Chapter 5

Time evolution pictures

Using the second quantization procedure, we have so far only treated energy eigenstates
with a trivial time dependence !, instant processes at a single time ¢ = 0, and systems
where interactions are approximated by time-independent mean field theory. But how
does one then treat the general case of time dependence in second quantization? That
question will be addressed in this chapter, where time evolution is discussed using three
representations, or “pictures”: the Schrodinger picture, the Heisenberg picture, and the
interaction picture. These representations are used in the following chapters to develop
general methods for treating many-particle systems.

5.1 The Schrodinger picture

The Schrodinger picture is useful when dealing with a time-independent Hamiltonian H,
i.e. O4H = 0. Any other operator A may or may not depend on time. The state vectors
|t(t)) does depend on time, and their time evolution is governed by Schrédinger’s equation.
The time-independence of H leads to a simple formal solution:

ind, [p(1)) = H [p(1)) = (1)) = e 77 ghy). (5.1)

In the following we will measure the energy in units of frequency, such that # drops out
of the time-evolution equations: ¢/fi — ¢ and H/h — H. At the end of the calculations
one can easily convert frequencies back to energies. With this notation we can summarize
the Schrodinger picture with its states [1/(¢)) and operators A as:

states : [h(t)) = e |ihy),

The Schrodinger picture operators : A, may or may not depend on time. (5.2)

H, does not depend on time.

To interpret the operator e ="t we recall that a function f(B) of any operator B is defined

by the Taylor expansion of f,

0 £(n)
f(By=>" / '(0) B". (5.3)
n=0 ’

n

89
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While the Schrodinger picture is quite useful for time-independent operators A, it may
sometimes be preferable to collect all time dependences in the operators and work with
time-independent state vectors. We can do that using the Heisenberg picture.

5.2 The Heisenberg picture

The central idea behind the Heisenberg picture is to obtain a representation where all the
time dependence is transferred to the operators, A(t), leaving the state vectors |¢,) time
independent. The Hamiltonian H remains time-independent in the Heisenberg picture.
If the matrix elements of any operator between any two states are identical in the two
representations, then the two representations are fully equivalent. By using Eq. (5.2) we
obtain the identity

W OAE) = (Wole™ Ae™  |pg) = (YhlA(H)]t)- (5.4)

Thus we see that the correspondence between the Heisenberg picture with time-independent
state vectors |¢,), but time-dependent operators A(t), and the Schrodinger picture is given
by the unitary transformation operator exp(iHt),

states . [p) = @ (o)),
The Heisenberg picture q operators: A(t) = eH!Ae H!, (5.5)
H does not depend on time.

As before the original operator A may be time dependent. The important equation of
motion governing the time evolution of A(t) is easily established. Since H is time inde-
pendent, the total time derivative of A in the Heisenberg picture is denoted with a dot,
A, while the explicit time derivative of the original Schrédinger operator is denoted 0; A:

A(t):eth(iHA—iAH+8tA)e_th = A(t):@'[H,A(t)} +(@AD),  (5.6)

where X (t) always means et Xe~"H! for any symbol X, in particular for X = 9;A. In
this way an explicit time-dependence of A is taken into account. Note how carefully the
order of the operators is kept during the calculation.

Both the Schrodinger and the Heisenberg picture require a time-independent Hamil-
tonian. In the general case of time-dependent Hamiltonians, we have to switch to the
interaction picture.

5.3 The interaction picture

The third and last representation, the interaction picture, is introduced to deal with the
situation where a system described by a time-independent Hamiltonian Hy, with known
energy eigenstates |ng), is perturbed by some, possibly time-dependent, interaction V'(¢),

H = Hy+ V(t), with H0|n0> = 6n0|n0>. (5.7)



5.3. THE INTERACTION PICTURE 91

The key idea behind the interaction picture is to separate the trivial time evolution due
to Hy from the intricate one due to V(). This is obtained by using only Hy, not the full
H, in the unitary transformation Eq. (5.5). As a result, in the interaction picture both
the state vectors |t (t)) and the operators A(t) depend on time. The defining equations
for the interaction picture are

states : (1)) = ot |y(t)),
The interaction picture ¢ operators : At) =  eifot g g—ifot, (5.8)
H does not depend on time.

The interaction picture and the Heisenberg picture coincide when V' = 0; i.e., in the non-
perturbed case. If V(t) is a weak perturbation, then one can think of Eq. (5.8) as a way
to pull out the fast, but trivial, time dependence due to Hy, leaving states that vary only
slowly in time due to V (¢).

The first hint of the usefulness of the interaction picture comes from calculating the
time derivative of |¢)(t)) using the definition Eq. (5.8):

o (1) = (0 ) p(0) + O (i0p(0) ) = N —Hy + H) (1), (5.9)
which by Eq. (5.8) is reduced to
0 (6)) = V(1) [ (1)- (5.10)

The resulting Schrodinger equation for |4 (£)) thus contains explicit reference only to the
interaction part V(t) of the full Hamiltonian H. This means that in the interaction picture
the time evolution of a state |t (t9)) from time ty to ¢ must be given in terms of a unitary
operator U (t, o) which also only depends on V (¢). U(t, o) is completely determined by

[ (1)) = Ut to) 4 (to))- (5.11)

When V a,IAld thus H are time-independent, an explicit i:orm for U(t,tg) is obtained by
inserting [$(£)) = e/t [ip(t)) = €0t e=IHE |y} and [i(fg)) = €0t e=iHto |y ) into
Eq. (5.11),

eiHot e*th |'l[}0> — U(t,to) eiHOtO efthO |'l[}0> = U(t,to) — eiHot efiH(tfto) efiHoto‘
(5.12)

From this we observe that U1 = UT, i.e. U is indeed a unitary operator.

In the general case with a time-dependent V(t) we must rely on the differential equation
appearing when Eq. (5.11) is inserted in Eq. (5.10). We remark that Eq. (5.11) naturally
implies the boundary condition ﬁ(tg, to) = 1, and we obtain:

i, U(t,ty) = V() Ut.te),  Ulto, o) = 1. (5.13)

By integration of this differential equation we get the integral equation

. 1/t .
Ul(t,to) :1+;/dt’V(t’) U(t', toy), (5.14)
to
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which we can solve iteratively for U (¢, to) starting from U(#',ty) = 1. The solution is

Ut to) :1+%/dt1 Vit) + Zl /dt1V(t1)/t1dt2V(t2)+... (5.15)

to to to

Note that in the iteration the ordering of all operators is carefully kept. A more compact
form is obtained by the following rewriting. Consider for example the second order term,
paying special attention to the dummy variables #; and ts:

- %/t:dtl V(t1) /totldtg V(t2) + /tdtz V(t2) /hdtl V(t)

_ %/t:dtl /t:dtz V() V (t2)0(t — t2) + /todtz /todtl D () ()0t — 1)

_ %/t:d /t dty [V (0)V (10001 — t2) + V(12) V (61002 — 1)

=3 /d / dtz TV (t)V (t2)) (5.16)

where we have introduced the time ordering operator 7;. Time ordering is easily general-
ized to higher order terms. In n-th order, where n factors V( /) appear, all n! permutations
p € Sy of the n times t; are involved, and we define!

TV (t)V(t) ... V()] = D Vitya)V(tz) - Vitpm) % (5.17)

PESn
O(tp(1) — tp(2) Oltp2) — tp(3)) - - - Oltp(n—1) — tp(n))-

Using the time ordering operator, we obtain the final compact form (see also Exercise 5.2):
o0 t t N
~ 1 /71\n ~ ~ it gy ’
Ut ty) = Z—(—,) / dtl.../ dt,, Tt<V(t1)...V(tn)) =T (e it V(”). (5.18)
=nl\i to to

Note the similarity with a usual time evolution factor e***. This expression for ﬁ(t, to) is
the starting point for infinite order perturbation theory and for introducing the concept
of Feynman diagrams; it is therefore one of the central equations in quantum field theory.
A graphical sketch of the contents of the formula is given in Fig. 5.1.

_ 'For n =3 we have T,[V (t1)V (t2)V (ts)] = o
V(£0)V (£2)V (£3)0(t1 —t2)0(ta—ts)+V (£1)V () V (£2)0(t1 —t3)0(ts—t2)+V (£2) V (t3)V (£1)8(t2—t3)0(ts—t1) +
V(t2)V(t1)V (t3)0(t2—t1)0(t1—t3)+V (ts)V (£1)V (£2)0(ts —t1)0(t1 —t2)+V (¢3)V (t2)V (£1)6(ts —t2)0(t2 —t1).
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t t t t
V(ts)
A
. V(t2)
Ott) = A -+ + + |+
X V(t2)
V(t1) .
V(t1) V(t1)
to to to to

Figure 5.1: The time evolution operator U(t, to) can be viewed as the sum of additional
phase factors due to V on top of the trivial phase factors arising from Hy. The sum contains
contributions from processes with 0,1,2,3,... scattering events V, which happen during
the evolution from time ¢y to time ¢.

5.4 Time-evolution in linear response

In many applications the perturbation V(t) is weak compared to Hy. It can therefore be
justified to approximate U (t,t) by the first order approximation

. N
Ult,to) =1+ —,/ dt' V(). (5.19)
i Jt,
This simple time evolution operator forms the basis for the Kubo formula in linear response
theory, which, as we shall see in the following chapters, is applicable to a wide range of
physical problems.

5.5 Time dependent creation and annihilation operators

It is of fundamental interest to study how the basic creation and annihilation operators
a}, and a, evolve in time given some set of basis states {|v)} for a time-independent
Hamiltonian H. As in Sec. 1.3.4 these operators can be taken to be either bosonic or
fermionic. Let us first apply the definition of the Heisenberg picture, Eq. (5.5):

al(t) = et ol el (5.20a)
a,(t) = eftq, e HE (5.20b)

v

In the case of a general time-independent Hamiltonian with complicated interaction terms,
the commutators [H,a}] and [H,a,] are not simple, and consequently the fundamental
(anti-)commutator [al,(tl),a;ﬂ(tg)] F,p involving two different times ¢; and ¢y cannot be
given in a simple closed form:

[a,, (t1), al, (t2)lF,B =

(5.21)
eZHtl az/l e*ZH(tl 7t2)a11;2€71Ht2 + eZth a;‘;2677,H(t27t1)aV1677,Ht1 — 7‘)
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No further reduction is possible in the general case. In fact, as we shall see in the following
chapters, calculating (anti-)commutators like Eq. (5.21) is the problem in many-particle
physics.

But let us investigate some simple cases to get a grasp of the time evolution pictures.
Consider first a time-independent Hamiltonian H which is diagonal in the |v)-basis,

H = Zsya:ﬂal,. (5.22)
v

The equation of motion, Eq. (5.6), is straightforward:?

a,(t) = i[Ha,t)] = i[H,a,]e”"
leZHt Z 81/’ [ai,al/ 3 CZV:| e_lHt = leZHt Z 81/, <_5V,l/,) aule_lHt
1 1
= —igetflq et = _jc a, (). (5.23)

By integration we obtain

a,(t) =e *®ta, (5.24)
which by Hermitian conjugation leads to
al (t) = ettal. (5.25)

In this very simple case the basic (anti-)commutator Eq. (5.21) can be evaluated directly:
la,, (t1),a},(t2)]pp = e Fnlit2) 5 . (5.26)

For the diagonal Hamiltonian the time evolution is thus seen to be given by trivial phase
factors e*it,

We can also gain some insight into the interaction picture by a trivial extension of the
simple model. Assume that

H = Hy + vH)y, v <1, (5.27)

where Hj is diagonalized in the basis {|v)} with the eigenenergies ¢,,. Obviously, the full
Hamiltonian H is also diagonalized in the same basis, but with the eigenenergies (1 +~)e.
Let us however try to treat yHy as a perturbation V' to Hy, and then use the interaction
picture of Sec. 5.3. From Eq. (5.8) we then obtain

B(8)) = € (1)), (5.28)

But we actually know the time evolution of the Schrodinger state on the right-hand side
of the equation, so

o(t) = el iRy = ey, (5.29)

*We are using the identities [AB,C] = A[B,C] + [4,0]B and [AB,C] = A{B,C} — {A,C}B, which
are valid for any set of operators. Note that the first identity is particularly useful for bosonic operators
and the second for fermionic operators (see Exercise 5.4).
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Here we clearly see that the fast Schrodinger time dependence given by the phase factor
ef®vt s replaced in the interaction picture by the slow phase factor €?¢f. The reader can
try to obtain Eq. (5.29) directly from Eq. (5.18).

Finally, we briefly point to the complications that arise when the interaction is given
by a time-independent operator V' not diagonal in the same basis as Hy. Consider for
example the Coulomb-like interaction written symbolically as

H=Hy+V = Z ey,ai,ay, + Z Z Vy aiﬁqairqawayl. (5.30)

1% vive q

The equation of motion for a,,(t) is:

i) = iHa,0] = —ie,a,t)+i Y Vy [ab, 0 al_y0), a,()] a0 a,, ()
= —ig, a,(t) +i Z(Vuz—u - VV—Vl)al"-/1+l/2fl/(t) a,,(t) a,,(t). (5.31)

The problem in this more general case is evident. The equation of motion for the single
operator a,,(t) contains terms with both one and three operators, and we do not know
the time evolution of the three-operator product alT,lJrl,rl,(t) a,,(t) a,, (t). If we write
down the equation of motion for this three-operator product we discover that terms are
generated involving five operator products. This feature is then repeated over and over
again generating a never-ending sequence of products containing seven, nine, eleven, etc.
operators. In the following chapters we will learn various approximate methods to deal

with this problem.

5.6 Summary and outlook

In this chapter we have introduced the fundamental representations used in the descrip-
tion of time evolution in many-particle systems: the Schrodinger picture, Eq. (5.2), the
Heisenberg picture, Eq. (5.5), and the interaction picture, Eq. (5.8). The first two pictures
rely on a time-independent Hamiltonian H, while the interaction picture involves a time-
dependent Hamiltonian H of the form H = Hy + V(t), where Hj is a time-independent
Hamiltonian with known eigenstates. Which picture to use depends on the problem at
hand.

We have derived an explicit expression, Eq. (5.18), for the time evolution operator
U (t,t9) describing the evolution of an interaction picture state [¢) (to)) at time to to [¢) ()
at time t. We shall see in the following chapters how the operator U(t,to) plays an
important role in the formulation of infinite order perturbation theory and the introduction
of Feynman diagrams, and how its linearized form Eq. (5.19) forms the basis of the widely
used linear response theory and the associated Kubo formalism.

Finally, by studying the basic creation and annihilation operators we have gotten a
first glimpse of the problems we are facing, when we are trying to study the full time
dependence, or equivalently the full dynamics, of interacting many-particle systems.



96

CHAPTER 5. TIME EVOLUTION PICTURES



Chapter 6

Linear response theory

Linear response theory is an extremely widely used concept in all branches of physics.
It simply states that the response to a weak external perturbation is proportional to the
perturbation, and therefore all one needs to understand is the proportionality constant.
Below we derive the general formula for the linear response of a quantum system exerted
by a perturbation. The physical question we ask is thus: supposing some perturbation H’,
what is the measured consequence for an observable quantity, A. In other words, what is
(A) to linear order in H'?

Among the numerous applications of the linear response formula, one can mention
charge and spin susceptibilities of e.g. electron systems due to external electric or magnetic
fields. Responses to external mechanical forces or vibrations can also be calculated using
the very same formula. Here we utilize the formalism to derive a general expression for
the electrical conductivity and briefly mention other applications.

6.1 The general Kubo formula

Consider a quantum system described by the (time independent) Hamiltonian Hy in ther-
modynamic equilibrium. According to Sec. 1.5 this means that an expectation value of a
physical quantity, described by the operator A, can be evaluated as

() = 5 e [pA) = o S nlAn)e 5, (6.12)
po=e PHO =N "|n)(n|e PP, (6.1b)

n

where p is the density operator and Zy, =Tr[py] is the partition function. Here as in
Sec. 1.5, we write the density operator in terms of a complete set of eigenstates, {|n)}, of
the Hamiltonian, Hy, with eigenenergies {E,, }.

Suppose now that at some time, ¢ = tg, an external perturbation is applied to the
system, driving it out of equilibrium. The perturbation is described by an additional time
dependent term in the Hamiltonian

H(t) = Hy+ H'(t)0(t — to). (6.2)

97
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External perturbation H' begins to act

Equilibrium state l Non-equilibrium state
|
to t

(Aeq = Ao 15(A)non-eq ~ ([A(t), H'()eq

Figure 6.1: Tllustration of the linear response theory. At times before tg the system is in
equilibrium, after which the perturbation is turned on. The system is now evolving accord-
ing to the new Hamiltonian and is in a non-equilibrium state. The Kubo formula relates
the expectation value 0(A)yon—eq in the non-equilibrium state to a equilibrium expectation
value (- - )eq of the more complicated time-dependent commutator [A(t), H'(')].

We emphasize that Hy is the Hamiltonian describing the system before the perturbation
was applied, see Fig. 6.1 for an illustration. Now we wish to find the expectation value
of the operator A at times t greater than ty. In order to do so we must find the time
evolution of the density matrix or equivalently the time evolution of the eigenstates of the
unperturbed Hamiltonian. Once we know the |n(t)), we can obtain (A(t)) as

1
=

1

(A1) Y (n(b)|Aln(t))e " Fr = 7o LAl (6.3a)

p(t) = 3 In(®)) (n(t)]e=Pn. (6.3b)

The philosophy behind this expression is as follows. The initial states of the system
are distributed according to the usual Boltzmann distribution e #Fon /Z;. At later times
the system is described by the same distribution of states but the states are now time-
dependent and they have evolved according to the new Hamiltonian. The time dependence
of the states |n(t)) is of course governed by the Schrodinger equation

i0;|n(t)) = H(t)[n(t)). (6.4)

Since H' is to be regarded as a small perturbation, it is convenient to utilize the inter-
action picture representation |7(t)) introduced in Sec. 5.3. The time dependence in this
representation is given by

[n(t)) = e~ ol (t)) = e T (¢, 1) [A(t0)).- (6.5)
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To linear order in H', Eq. (5.19) states that U(t, to) = 1 — zftl; dt' H(t'). Inserting this
into (6.3a), one obtains the expectation value of A up to linear order in the perturbation

t
(A(#)) = (A)o — l/t dt’ZiO Y e B n(to)[A®H'(¢') = H'(¢) A1) |n(to))

n

t
= (A1 [ e CA®. 7' (). (6.6)
0
The brackets ()o mean an equilibrium average with respect to the Hamiltonian Hy. This
is in fact a remarkable result, because the inherently non-equilibrium quantity (A(¢)) has
been expressed as a correlation function of the system in equilibrium. The physical for
this is that the interaction between excitations created in the non-equilibrium state is an
effect to second order in the weak perturbation, and hence not included in linear response.
The correlation function that appears in Eq. (6.6), is called a retarded correlation
function, and for later reference we rewrite the linear response result as

6(A(1) = (A(t)) — (A)o = /oo dt' Chpp (1, 1)), (6.7)
to
where
OBy (8,) = —if(t — ¢ <[A(t), ﬁ'(t')} >0. (6.8)

This is the famous Kubo formula which expresses the linear response to a perturbation,
H'. We have added a very important detail here: the factor e‘"(t_t'), with an infinitesimal
positive parameter 7, has been included to force the response at time ¢ due to the influence
of H' at time ' to decay when ¢ > t'. In the end of a calculation we must therefore take
the limit 7 — 0T. For physical reasons the (retarded) effect of a perturbation must of
course decrease in time. You can think of the situation that one often has for differential
equations with two solutions: one which increases exponentially with time (physically
not acceptable) and one which decreases exponentially with time; the factor e -1 g
there to pick out the physically relevant solution by introducing an artificial relaxation
mechanism.

Kubo formula in the frequency domain

It is often convenient to express the response to an external disturbance in the frequency
domain. Let us therefore write the perturbation in terms of its Fourier components

d .
H'(t) = / 2—we—mH;,, (6.9)
T
such that C’EH, becomes
oo
d .
OB (t,4) = / e Ol (= 1), (6.10)
—0oQ
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because ([A(t), H' (#)]) only depends on the difference between ¢ and #', which can easily
be proven using the definition of the expectation value. When inserted into the Kubo
formula, one gets (after setting t) = —oo, because we are not interested in the transient
behavior)

(5<A(t)> — / dtl/ ;l_:efiwtef’i(w+in)(t’7t)CEHL) (t _ tl)
® dw _;
= /_oo 2 WO (w), (6.11)

and therefore the final result reads in frequency domain

5(Au) = Ol (), (6.120)
Oy () = / dte“te T CR,y, (1), (6.12b)

Note again that the infinitesimal 7 is incorporated in order to ensure the correct physical
result, namely that the retarded response function decays at large times.

6.2 Kubo formula for conductivity

Consider a system of charged particles, electrons say, which is subjected to an external
electromagnetic field. The electromagnetic field induces a current, and the conductivity
is the linear response coefficient. In the general case the conductivity may be non-local in
both time and space, such that the electric current J. at some point r at time ¢ depends
on the electric field at points r' at times ¢’

3, (r,) = / ' / dr' o(xt,e't) B 1) (6.13)

where o®? (r,r';t,t') is the conductivity tensor which describes the current response in
direction €, to an applied electric field in direction ég.
The electric field E is given by the electric potential ¢eyt and the vector potential Ay

E(r,t) = —Vi@ext(r, t) — Oy Aexs(r, t). (6.14)

The current operator of charged particles in the presence of an electromagnetic field was
given in Chap. 1. For simplicity we assume only one kind of particles, electrons say,
but generalization to more kinds of charge carrying particles is straightforward by simple
addition of more current components.! For electrons J, = —eJ. The perturbing term in
the Hamiltonian due to the external electromagnetic field is given by the coupling of the

'With more carriers the operator for the electrical current becomes Jc(r) = 3, ¢:Ji(r), where ¢; are
the charges of the different carriers. Note that in this case the currents of the individual species are not
necessarily independent.
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electrons to the scalar potential and the vector potential. To linear order in the external
potential

Heyt = —e/drp(r)gzﬁext(r,t) + e/dr.](r) “A (T, 1), (6.15)

where the latter term was explained in Sec. 1.4.3. Let A denote the vector potential in
the equilibrium, i.e. prior to the onset of the perturbation A., and let A denote the
total vector potential. Then we have

1 /1

A =Ap+Ac, V= <—,V,~ + eA(r)) (6.16)
2m \ i

Again according to Sec. 1.4.3, the current operator has two components, the diamagnetic

term and the paramagnetic term

3(r) = U Eve(e) - [V ()] o) = 37 (0) + S A@)p(r), (6.17)

In order to simplify the expressions, we can choose a gauge where the external electrical
potential is zero, ¢exy = 0. This is always possible by a suitable choice of A(r,t) as you
can see in Eq. (6.14). The final result should of course not depend on the choice of
gauge. The conductivity is most easily expressed in the frequency domain, and therefore
we Fourier transform the perturbation. Since d; becomes —iw in the frequency domain we
have Agxt(r,w) = (1/iw)Eext(r,w), and therefore the external perturbation in Eq. (6.15)
becomes in the Fourier domain

Hext oo = 5 /er(r) ‘B, (r,w). (6.18)

Now since Eq. (6.18) is already linear in the external potential Eqy¢ and since we are only
interested in the linear response, we can replace J in Eq. (6.18) by Jo = JV + =Agp, thus
neglecting the term proportional to Eeyt - Agxt-

To find the expectation value of the current we now use the general Kubo formula
derived in the previous section, and substitute J(r) for the operator “A”, and Hext,, for
“H]” in Eq. (6.12a). We obtain

e

3(J(r,w)) = 6(Jo(r,w)) + <%Aext(r,u))p(r)> = CJ Hovi o (@) + — (1)) Axs (rw). (6.19)

m

Rewriting this expression as

S(I(r,w) = / dr’ { / at = (=0 (1)) { [3o(x(t), Jo (1) ()] ) =
iw
¢ ’ ’
+3(r =) = (') Bt () | . (6.20)
one can read off the conductivity as defined in Eq. (6.13)
ie? e?n(r)
o (r,r';w) = Uﬂgﬂ(r,r’,w) — W(S(r —1")das, (6.21)
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where [17 = C f]z Jo 18 the retarded current-current correlation function. In the time domain
it is
Iﬁ%@uﬂﬂ):CﬁUﬂ@uﬂﬂ):—4ﬂt—ﬂ)<P€@¢LJf@ﬂﬂﬂ>m (6.22)
0“0
Finding the conductivity of a given system has thus been reduced to finding the re-
tarded current-current correlation function. We will see examples of this in Chap. 14.

6.3 Kubo formula for conductance

The conductivity o is the proportionality coefficient between the electric field E and the
current density J, and it is an intrinsic property of a material. The conductance on the
other hand is the proportionality coefficient between the current I through a sample and
the voltage V applied to it, i.e. a sample specific quantity. The conductance G is defined
by the usual Ohm’s law

I=aGV. (6.23)

For a material where the conductivity can be assumed to be local in space one can find
the conductance of a specific sample by the relation

G =—o, (6.24)

where L is the length of the sample, and W the area of the cross-section. For samples
which are inhomogeneous such that this simple relation is not applicable, one must use
the Kubo formula for conductance rather than that for conductivity. One example is the
so-called mesoscopic conductors, which are systems smaller than a typical thermalization
or equilibration length, whereby a local description is inadequate.

The current passing through the sample is equal to the integrated current density
through a cross-section. Here we are interested in the DC-response only (or in frequencies
where the corresponding wave length is much longer than the sample size). Because
of current conservation we can of course choose any cross section, and it is convenient
to choose an equipotential surface and to define a coordinate system (€, ag), where £ is a
coordinate parallel to the field line and where a, are coordinates on the plane perpendicular
to the ¢-direction; see Figure 6.2. The current [ is

I = /dag é.g . J(f,ag) = /dag/drl é.g . U(I‘, I‘,;w = O)E(I'l),
= /dag / daél /dgl éf . U(f,ag,gl, ag;w = 0) . é.glE(fl), (625)
where ég is a unit vector normal to the surface element dag. Because of current conser-
vation the current may be calculated at any point £ and thus the result cannot depend

on &. Moreover, because of the general property o(r,r’,w) = o(r/,r, —w) we can conclude
that the integrand is also independent of £'. This simplification is the reason for choosing
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Figure 6.2: The principle of a conductance measurement, which, in contrast to the conduc-
tivity, is a sample-specific quantity. In the Kubo formula derivation we use a coordinate
system given by the equipotential lines, which together with use of current conservation
allows a simple derivation.

the skew coordinate system defined by the field lines. We can therefore perform the inte-
gration over ¢ which is just the voltage difference V = [d¢'E(¢') = ¢p(—o0) — ¢(o0), and
hence

G = /da§/ da§/ﬁ§ . 0(£,a§,£',a§/;w = 0) . 5‘5" (6.26)
or in terms of the current-current correlation function

G = lim icﬁ(w). (6.27)

w—0 W

Here C’IRI is the retarded current-current function. In the time domain it is
Cri(t —t') = —if(t — ') {[I(t), I(t")]), (6.28)

where the current operator I means the current through any cross section along the sample,
as defined in the first equality in (6.25).

6.4 Kubo formula for the dielectric function

When dealing with systems containing charged particles, as for example the electron gas,
one is often interested in the dielectric properties of the system, and in particular the
linear response properties. When such a system is subjected to an external electromagnetic
perturbation the charge is redistributed and the system gets polarized. This in turn affects
the measurements. The typical experiment is to exert an external potential, ¢ext, and
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measure the resulting total potential, ¢¢ot. The total potential is the sum of the external
one and the potential created by the induced polarization, ¢i,q,

¢tot = ¢ext + ¢ind- (629)

Alternatively to working with the potentials we can work with electric fields or charges.
The charges are related to the potentials through a set of Poisson equations

V2¢tot = %Ptot
Ptot = Pext T Pind; V? Pext = %pext ; (6.30)
V¢ind = %Pind
and likewise for electric fields, Fiot, Fext, and Eingq, which are related to the corresponding

charges by a set of Gauss laws, V-E = p/eo. The ratio between the external and the total
potential is the dielectric response function, also called the relative permittivity ¢

¢tot = Eilqsexta (631)

which is well-known from classical electrodynamics.?> However, in reality the permittivity
is non-local both in time and space and the general relations between the total and the
external potentials are

bron(r.1) = / i’ / At &L (ot 1'F) o (1, 1), (6.32a)
Gext (T, 1) = /dr'/dt’s(rt,r’t’)qbtot(r’,t'). (6.32b)

Our present task is to find the dielectric function e(rt, r't'), or rather its inverse e =1 (rt, r't')
assuming linear response theory and for this purpose the induced potential is needed.
The external perturbation is represented as the following term to the Hamiltonian

H' = /dr p(r) Pext(r,t). (6.33)

Note that p(r) is here the charge density and not the particle density as defined in Chap. 1.
The induced charge density follows from linear response theory (if we assume that the
system is charge neutral in equilibrium, i.e. (p(r,t))o = 0) as

pind(rv t) = (p(rv t)> = / dtlcﬁ(rta rltl)ein(tit,) Qsext(rla t,)v (634)
t

0

Cf;(rt,r't') = xB(rt,v't") = —if(t — t'){[p(r, 1), p(r', t)])o. (6.35)

’In electrodynamics the permittivity is defined as the proportionality constant between the electric
displacement field, D, and the electric field, D = E. In the present formulation, Ecx¢ plays the role of the
D-field, i.e. D = ¢yEext, while E¢ot is the E-field
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The charge-charge correlation function is called the polarizability x and it is an important
function which we will encounter many times. Once the induced charge is known the
potential follows from the Coulomb interaction V(r —r’) as

Gina(r) = /dr'V(r — 1) pina(r’), (6.36)
and hence
ban(r) = dua(r.0) + [’ [ [ a0V e D) G0 ). (637
From this expression we read off the inverse of the dielectric function as
e (et 't = 6(r —v)5(t —t') + /dr "Vie—r")E ("t r't), (6.38)

which ends our derivation. In later chapters we will make extensive use of the dielectric
function ¢ and the polarizability y. The dielectric function expressed in Eq. (6.38) in-
cludes all correlation effects, but often we must use some approximation to compute the
polarizability.

6.4.1 Dielectric function for translation-invariant system

In the translation-invariant case the polarizability can only depend on the differences of the
arguments, i.e. x®(rt,r't') = x®(r —r';t — t'), and therefore the problem is considerably
simplified by going to frequency and momentum space, where both Eqs. (6.32) have the
form of convolutions. After Fourier transformation they become products

Qstot(qaw) = 671 (qv w)qsext (qv w)? or ¢ext (qaw) = 5((], w)¢t0t (qv w)? (639)
with the dielectric function being
e Hqw) =1+ V(a)x" (q.w). (6.40)

6.4.2 Relation between dielectric function and conductivity

Both € and o give the response of a system to an applied electromagnetic field, and one
should therefore expect that they were related, and of course they are. Here we consider
again the translational-invariant case, and using the definition of conductivity

J(q,w) = 0(q, w)Eext (q, w) = —io(q,w)qdext(q, w), (6.41)
and the continuity equation,

—iwp(q,w) + iq - J(q,w) = 0, (continuity equation), (6.42)
we obtain

—iq - 0(q,w)qdext (q, w) = wp(q,w) = WX (q, W) Pext(q, w). (6.43)
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Finally, using Eq. (6.40) and knowing that for a homogeneous system, the conductivity
tensor is diagonal, we arrive at the relation

2
e quw)=1- i%V(q)U(q,w). (6.44)

So if we know the conductivity we can find the dielectric response and vice versa. This
formula also tells us what information about the interactions within a given system can
be extracted from measurements of the dielectrical properties.

6.5 Summary and outlook

We have developed a general method for calculating the response to weak perturbations.
This method, called linear response theory, is widely used because many experimental
investigations are done in the linear response regime. In this regime the lack of equilibrium
is not important, and one can think of this as probing the individual excitations of the
systems. Because the perturbation is weak it is not necessary to include interactions
between these excitations.

The general formula is a correlation function of the quantity that we measure and the
quantity to which the weak external perturbation couples. In the case of conductivity
we saw that it was the current-current correlation function, and the dielectric response
reduces to a charge-charge correlation. These two will be used later in Chaps. 12 and 14.
Also in the next chapter we will make use of the linear response result, when discussing
tunneling current between two conductors.



Chapter 7

Green’s functions

7.1 “Classical” Green’s functions

The Green’s function method is a very useful method in the theory of ordinary and partial
differential equations. It has a long history with numerous applications.

To illustrate the idea of the method let us consider the familiar problem of finding the
electrical potential ¢ given a fixed charge distribution, p, i.e. we want to solve Poisson’s
equation

V2 (r) =~ plo). (7.1)

It turns out to be a good idea instead to look for the solution G of a related but simpler
differential equation

V2G(r) = é(r), (7.2)

where (r) is the Dirac delta function. G(r) is called the Green’s function for the Laplace
operator, V2. This is a good idea because once we have found G(r), the electrical potential
follows as

o(r) = —% dr' G(r —v')p(r'). (7.3)

That this is a solution to Eq. (7.1) is easily verified by letting V2 act directly on the
integrand and then use Eq. (7.2).
The easiest way to find G(r) is by Fourier transformation, which immediately gives
—k2G(k) =1 = Gk) = —— (7.4)

and hence
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When inserting this into (7.3) we obtain the well-known potential created by a charge

distribution
p(r) = ! / ar' P (7.6)

Areg v —r/|

7.2 Green’s function for the single particle Schrodinger equa-
tion

Green’s functions are particular useful for problems where one looks for perturbation
theory solutions. Consider for example the Schrodinger equation

[Ho(r) + V(r)] Vg = EVE, (7.7)

where we know the eigenstates of Hy, and where we want to treat V as a perturbation.
Here we consider the case of an open system, i.e. there is a continuum of states and hence
we are free to choose any E. This situation is relevant for scattering problems where a
flux of incoming particles (described by Hj) interacts with a system (described by V).
The interaction induces transitions from the incoming state to different outgoing states.
The procedure outlined below is then a systematic way of calculating the effect of the
interaction between the “beam” and the “target” on the outgoing states.

In order to solve the Schrodinger equation, we define the corresponding Green’s func-
tion by the differential equation

[E — Hy(r)] Go(r,v', E) = 5(r — '), (7.8)

with the boundary condition, Gy(r,r’) = Go(r',r). It is natural to identify the operator
[E — Ho(r)] as the inverse of Go(r,r’) and therefore we write!

Gyl(r,E) = E— Hy(r) or Gg'(r,E)Gy(r,r',E) =d(r—1). (7.9)
Now the Schrodinger equation can be rewritten as
Gyl (r,E) =V (r)] g =0, (7.10)

and by inspection we see that the solution may be written as an integral equation
Up(r) = U(r) + /dr’ Go(r, ', E)V (') U g(r'). (7.11)

This is verified by inserting ¢ from Eq. (7.11) into the G, '¢r term of Eq. (7.10) and
then using Eq. (7.9). One can now solve the integral equation Eq. (7.11) by iteration, and
up to first order in V' the solution is

Tp(r) = U%(r) + /dr Go(r,r, E)V (r')T%(x') + O (V?), (7.12)

Tn order to emphasize the matrix structure we could have written this as [ dr”Gg" (r,r”") Gy (', 1) =
d(r —r'), where the inverse Green’s function is a function of two arguments. But in the r-representation
it is in fact diagonal Gy! (r,r') = (E — Ho(r))d(r —1').
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where \IIOE is an eigenstate to Hy with eigenenergy E. What we have generated by the
iteration procedure is nothing but the ordinary (non-degenerate) perturbation theory. The
next leading terms are also easily found by continuing the iteration procedure. The Green’s
function method is thus useful for this kind of iterative calculations and one can regard
the Green’s function of the unperturbed system, Gy, as simple building blocks from which
the solutions of more complicated problems can be build.

Before we introduce the many-body Green’s function in the next section, we continue
to study the case of non-interaction particles some more and include time dependence.
Again we consider the case where the Hamiltonian has a free particle part Hy of some
perturbation V, H = Hy + V. The time dependent Schrodinger equation is

[i0, — Ho(r) — V(r)] T(r,t) = 0. (7.13)

Similar to Eq. (7.8) we define the Green’s functions by

[i0; — Ho(r)] Go(r,x'st,t') = §(r —2')o(t — t'). (7.14a)
[i0; — Ho(r) — V(r)] G(r,r';t,t') = 6(r —1')o(t — t'). (7.14b)
The inverse of the Green’s functions are thus
Gg'l(r,;t) =i — Hy(r) (7.15a)
G7Y(r;t) = i0; — Ho(r) — V(r). (7.15b)

From these building blocks we easily build the solution of the time dependent Schrodinger
equation. First we observe that the following self-consistent expression is a solution to
Eq. (7.13)

B(r,t) = W(r. 1) + / dr’ / it Go(r,x'st, )V (&) (', ), (7.16)
or in terms of the full Green’s function
U(r,t) = ¥(r, 1) +/dr'/dt' G(r,r';t, )V ()0, 1), (7.17)

which both can be shown by inspection, see Exercise 7.1. As for the static case in Eq. (7.11)
we can iterate the solution and get

U =004+ GV + GoVG VI + GoVG VG VI + -
=T + GoVI® + (GoV Gy + GoVGoV Gy + -+ ) VIO, (7.18)

where the integration variables has been suppressed. By comparison with Eq. (7.17), we
see that the full Green’s function G is given by

G=Gy+G)VGy+ Gy)WVG\VGy+---
= G0+G0V(G0+G0VOG0+---). (7.19)
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Noting that the last parenthesis is nothing but G itself we have derived the so-called Dyson
equation

G = Gy + GoVG. (7.20)

This equation will play and important role when we introduce the Feynman diagrams later
in the course.

The Green’s function G(r,t) we have defined here is the non-interaction version of the
retarded single particle Green’s function that will be introduced in the following section.
It also sometimes called a propagator because it propagates the wavefunction, i.e. if the
wavefunction is know at some time then the wavefunction at later times is given by

U(r,t) = /dr'/dt'G(rt,r't')\Il(r',t'), (7.21)

which can be checked by inserting Eq. (7.21) into the Scrhrodinger equation and using the
definition Eq. (7.14Db).

That the Green’s function is nothing but a propagator is immediately clear when we
write is as

G(rt,r't") = —if(t — ') (r]e HE)|r), (7.22)

which indeed is a solution of the partial differential equation defining the Green’s function,
Eq. (7.14b), the proof being left as an exercise; see Exercise 7.2. Looking at Eq. (7.22) the
Green’s function expresses the amplitude for the particle to be in state |r) at time ¢, given
that it was in the state |r') at time ¢’. We could of course calculate the propagator in a
different basis, e.g. suppose in was in a state |¢,,/) and time ¢’ and then the propagator for
ending in state |¢,) is

G(nt,n't') = —if(t — ') (pn]e )| p,0). (7.23)
The Green’s function are related by a simple change of basis
G(rt,v't') = (r|gn)G(nt, n't') {pw|r'). (7.24)
nn'

If we choose the basis state |¢,) as the eigenstates of the Hamiltonian, then the Green’s
function becomes

Grtx't) = S (rln) ([ he Frl=), (7.25)

n

Propagation from one point to another in quantum mechanics is generally expressed
in terms of transmission amplitudes. As a simple example we end this section by a typical
scattering problem in one dimension. Consider an electron incident on a barrier, located
between x > 0 and z < L, the incoming wave is given for = < 0 given by exp(ikz) while
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the outgoing wave on the other side 2z > L is given t exp(ikx). Here ¢ is the transmission
amplitude. The eigenstates are for this example thus given by

exp(ikz), for z <0,

Pl = { t exp(ikz), for x> L. (7.26)

When this is inserted into inserted into Eq. (7.25) we see that the Green’s function for
the z > L and 2’ < 0 which precisely describes propagator across the scattering region
becomes

G(xt,2't') =t Go(z,2";t,t'), z>L and 2’ <O0. (7.27)

where G is the Green’s function in the absence of the scattering potential. From this
example it is evident that the Green’s function contains information about the transmission
amplitudes for the particle. See also Exercise 10.2.

7.3 The single-particle Green’s function of a many-body
system

In many-particle physics we adopt the Green’s function philosophy and define some simple
building blocks, also called Green’s functions, from which we obtain solutions to our
problems. The Green’s functions contain only part of the full information carried by the
wave functions of the systems but they include the relevant information for the given
problem. When we define the many-body Green’s functions it is not immediately clear
that they are solutions to differential equations as for the Schrédinger equation Green’s
functions defined above. But as you will see later they are in fact solutions of equations
of motions with similar structure justifying calling them Green’s functions. Let us simply
carry on and define the different types of Green’s function that we will be working with.

There are various types of single-particle Green’s functions. The retarded Green’s
function is defined as

GR(rot,r'o't) = —if (t — t') ([, (vt), U, (c't)]5.F), { e posons

} (7.28)

where the (anti-) commutator [--- ,---]|p r is defined as

[A,B]; = [A,B]=AB— BA,

[A,Blp = {A,B} = AB+ BA. (7.29)

Notice the similarity between the many-body Green’s function Eq. (7.28) and the one
for the propagator for the one particle wavefunction, in Eq. (7.22). For non-interacting
particles they are indeed identical. This becomes evident later where we see that for
non-interacting particles obey the differential equation.

The second type of single-particle Green’s functions is the so-called greater and lesser
Green’s functions

G (rat,o'v't') = —i(U, (ct) !, (r't")), (7.30a)
G<(rat,o'r't') = —i (+1) (U], ('t') T (rt)). (7.30Db)
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We see that the retarded Green’s function can be written in terms of these two functions
as

GE(rot,x'o't") =0 (t —t') [G™ (rat,r'o't)) — G=(rot,x'o't")] .

Even though we call these Green’s functions for “single-particle Green’s functions”,
they are truly many-body objects because they describe the propagation of single particles
governed by the full many-body Hamiltonian. Therefore the single-particle functions can
include all sorts of correlation effects.

The Green'’s functions in Eqs. (7.28), (7.30a), and (7.30b) are often referred to as
propagators. The reason is that they give the amplitude of a particle inserted in point r’
at time t' to propagate to position r at time ¢. In this sense G® has its name “retarded”
because it is required that ¢t > t'.

The relation between the real space retarded Green’s function and the corresponding
one in a general |v)-basis as defined in Eq. (1.68) is

GF(ort,or't') = o, (0)GF(vt, /')yl ('), (7.31)
Vi
where
GRut, 1) = =i (t —1') ([ (t), ¢ ()] B.F), (7.32)

and similarly for G~ and G*<.

7.3.1 Green’s function of translation-invariant systems

For a system with translation-invariance the usual k-representation is a natural basis set.
Since the system is translation-invariant G(r,r’) can only depend on the difference r — v’/
and in this case

1 ; .
GR(I‘ _ I'I,Ut,U’tl) — v} :GZk'rGR(th, k/glt/)eﬂk.r ’
kk’

1 ik-(r—r’ —i(k—Kk')-r'
:§§:ek< )GE (kot, K o't )e kKD (7.33)
kk’

However, because the right hand side cannot explicitly dependent on the origin and on r/,
it follows that G(k,k’) = dy G (k), allowing us to write

GR(x — v/, oto't) = = 3 eI GR(kot, o', (7.34a)
4 k

GE(k,ot,0't") = =i (t — ') ([exo (t), ¢l ()] B,F)- (7.34b)

The other types of Green'’s functions have similar forms.
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7.3.2 Green’s function of free electrons

A particular case often encountered in the theory of quantum liquids is the simple case of
free particles. Consider therefore the Hamiltonian for free electrons (or other fermions)

H=Y" 0l e (7.35)
k

and the corresponding greater function in k-space, which we denote G to indicate that
it is the propagator of free electrons. Above we saw that the Green’s function is diagonal
in quantum numbers k and o and therefore

G2 (koit —t') = —i <ckg(t)cLU(t')> : (7.36)

Because of the simple form of the Hamiltonian we are able to find the time dependence of
the c-operators (see Eq. (5.24))

o (t) = ey e = ¢ e toxT, (7.37)

and similarly cL(t) = cLeiEkt. An easy way to remember this is to realize that the factor
e Ht to the right of ¢; must have one more electron in state k than e'f* to the left of cy.
Now G~ becomes

Gg (kost —t') = —i{eygel e o1, (7.38)

and because the Hamiltonian is diagonal in k and the occupation of free electrons is given
by the Fermi-Dirac distribution, we of course have (¢, UcLJ) =1—np(g). In exactly the
same way, we can evaluate G5 and finally GOR

G7 (ko t —t') = —i(1 — np(e))e k1), (7.39a)
G5 (ko,t —t') = inp(e)e k), (7.39D)
Gl(ko,t —t') = —if(t — t')e =1, (7.39¢)

We see that G~ gives the propagation of electrons, because it requires an empty state while
G< gives the propagation of holes, because it is proportional to the number of electrons.
This is perhaps more clearly seen if we write the 7' = 0 definition of for example G

Gy (kK — ') = —i(Oley (t)ck, (£)]0) = —i(0]ee ™ HEH) el |0y et Bolt=t) (7.40)

which precisely is the overlap between a state with an added electron in state k’ and with
a state with an added electron in k and allowing time to evolve from from #' to t.

By Fourier transforming from the time domain to the frequency domain, we get infor-
mation about the possible energies of the propagating particle. This is intuitively clear
from Egs. (7.39) because the propagators evolve periodically in time with the period given
by the energy of the electron. For example, the electron propagator is in the frequency
domain

Gy (k,w) = —27mi[1 — np(ek)] 6 (k. — w) - (7.41)
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The corresponding r-dependent propagator, which expresses propagation of a particle in
real space is given by

Gy(r—r' w)
—2mi

_ / (Cl_k3(1 () TS (2 — )

2m)
sin(k,r 2
— d(w) (1 = np(w) % Mo (7.42)

2m,
where d(¢) = m?3/2\/e/2/n? is the density of states per spin in three dimensions, see
also Eq. (2.31). The propagation from point r’ to r of a particle with energy w is thus
determined by the density of states, d, the availability of an empty state (1 — ng), the
interference function sin (z) /z that gives the amplitude of a spherical wave spreading out
from the point r’. See also Exercise 7.3.

7.3.3 The Lehmann representation

A method we will often be using when proving formal results is the so-called Lehmann
representation, which is just another name for using the set of eigenstates, {|n)}, of the
full Hamiltonian, H, as basis set. Let us for example study the diagonal Green’s function,
G~ (vtvt'). If we insert 1 =Y |n)(n| we get

1
. - T R il —BH T
G~ (vt 1) = —ile(t)ey (1) = —i > (nle e, ()] (#)|n)
1 — i —E ;) (t—t'
=iz g e BEn (e, |n') (n'|cf |n)e!En—Eu) (=1, (7.43)

nn'
In the frequency domain, we obtain

—271

G~ (v;w) = Z e PEn(n|c, |n')(n'|c] )6 (Ep — Ep + w). (7.44)

nn'

In the same way we have (for fermions)

G (w) = 221 S e OB e ) (e, I3 (B — By + ),

nn'
271 B
= 3 B e Innle, W3 (B — B + ),
nn'
_ 27
- Z

nn'

= G~ (v;w)etPv. (7.45)

e PE (1|} In) (e, ') ( By — B + ),
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The retarded Green’s function becomes (again for fermions)

oo . . - !
G () = i [ G S e (e o e B2
0

nn'

+ (nleb ') (1|, [nye ™ (EnEw )=

_ Ly om ( (nlcy ') ('|cbln) <n|ci|n'><n'|c,,|n>>

Znn, wH+E,—Ey+in w—E,+E;+in
1« (nle,|n')(n!|c)|n) (% _4E )

- n n' ) . 7.46
Z2w+En—Enf—|—in c Tt (7.46)

nn'

Taking the imaginary part of this and using (w + in) ! = 73% —imd(w), we get

2
2Im G (v,w) = —7” S (nle|n'y(n'|ch n) (e—ﬂEn + e—ﬂEn') §(wt By — Ey) (7.47)

nn'

2
= == Y (nles|n') ('} In)e PP (14 €77)5 (w + By — Bue).
nn'
= —i(l+e )G (v,w), (7.48)

Defining the spectral function A as
A(v,w) = —2Im G (v, w), (7.49)
we have derived the important general relations
iG” (v,w) = A(v,w) [1 —np(w)], (7.50a)
—iGS (r,w) = A(v, w)np(w). (7.50b)

Similar relations hold for bosons, see Exercise 7.4

7.3.4 The spectral function

The spectral function A(v,w) can be thought of as either the quantum state resolution of
a particle with given energy w or as the energy resolution for a particle in a given quantum
number v. It gives an indication of how well the excitation created by adding a particle
in state v can be described by a free non-interacting particle. For example if we look at
the retarded propagator for free electrons in Eq. (7.39c¢)

G (kyw) = —i / dto(t — t')eite tewlt—t)+n(t—t)

1
— — (7.51)
W — €k +1n

the corresponding spectral function is

Ag(k,w) = —2Tm GE(k,w) = 216 (w — £y). (7.52)
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Thus for the idealized case of non-interaction free electrons, the spectral function is a delta
function, which tells us that an excitation with energy w can only happen by adding an
electron to the state k given by ey = w, as expected.

This result is true for any quadratic Hamiltonian, i.e. non-interacting system. If we
for example have

Hy = Zsyc:ﬂcy, (7.53)
v

where v labels the eigenstates of the system. Again the spectral function is given by a
simple delta function

Ap(v,w) =216 (w — €y). (7.54)

Generally, due to interactions the spectral function differs from a delta function, but
it may still be a peaked function, which then indicates that the non-interacting approxi-
mation is not too far from the truth. In Chap. 13 this is discussed in much more detail.

We will now show that the spectral function is a like a probability distribution. Firstly,
it obeys the sum rule

/00 d—wA(Z/,w) =1 (7.55)

00 2T

This formula is easily derived by considering the Lehmann representation of —2Im G% in
Eq. (7.47)

/ d—wA(V,w) = —/ d—MQImGR(V,w)

NS oo 2T

oo
1
= /Oodwg Z<n|cy|n’><n’|c:rj|n> (e—ﬂEn n e_ﬂEn')

nn'

><5(w+En—En/)

1
-7 > (nley|n')(n'|ch|n) (e‘ﬂEn + e—ﬂEn’)

nn'

= (CVCL> + <CIT/CV> = (CVCIT/ + CIT/CV> =1, (756)

where the last equality follows from the Fermi operator commutation relations.
Secondly, the spectral function is similar to the density of states at a given energy.
This is evident since the occupation n, of a given state v is for fermions given by (7.50b)

= /OO d—wA(y,w)nF(w). (7.57)



7.4. MEASURING THE SINGLE-PARTICLE SPECTRAL FUNCTION 117

The physical interpretation is that the occupation of a quantum state |v) is an energy
integral of the spectral density of single particle states projected onto the state |v) and
weighted by the occupation at the given energy. We of course expect that if the state
|v) is far below the Fermi surface, e.g. ¢, < Ep, then <c:r,c,j> ~ 1. This in fact follows
from the sum rule derived next, because if ¢, < Ep and the width of A(v,w) is also
small compared to Er then the Fermi function in (7.57) is approximately unity and since
A(v,w) integrates to 27, see below, the expected result follows.
As mentioned, the spectral function always obeys the sum rule

7.3.5 Broadening of the spectral function

When interactions are present the spectral function changes from the ideal delta function to
a broadened profile. One possible mechanism of broadening in a metal is by e.g. electron-
phonon interaction, which redistributes the spectral weight because of energy exchange
between the electron and the phonon system. Another mechanism for broadening is the
electron-electron interaction. See Chap. 13.

As a simple example we consider a Green’s function which decays in time due to
processes that scatters the particle out of the state v. In this situation the retarded
Green’s become

G, 1) ~ —if(t)e vt T, (7.58)

where 7 is the characteristic decay time. Such a decaying Green’s function corresponds to
a finite width of the spectral function

2/T

(w—e)?+ (1/7)*
(7.59)

oo e¢]
Alv,w) = —QIm/ dte™ ' GR(v,t) ~ QImi/ dte™te™=tetT =
oo 0

Thus the width in energy space is given by 771

The simple notion of single electron propagators becomes less well defined for inter-
acting systems, which is reflected in a broadening of the spectral function. Amazingly, the
free electron picture is still a good distribution in many cases and in particular for metals,
which is quite surprising since the Coulomb interaction between the electrons is a rather
strong interaction. The reason for this will be discussed later in the Chap. 13 on Fermi
liquid theory.

7.4 Measuring the single-particle spectral function

In order to probe the single-particle properties of a many-body system, a solid state sample
say, one must have a way of measuring how the electrons propagate and as a function of
energy. In practice this means taking out or inserting a particle with definite energy. There
are not too many ways for doing this because most experiments measure density or other
two-particle properties. For example the response to an electromagnetic field couples to
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Contact Contact

Insulator

l

System 1 System 2

yfwmnz

Figure 7.1: Measurement setup for the tunnel experiment. Two systems are brought
into close contact, separated by an insulating material, e.g. an oxide or for the so-called
scanning tunneling microscope (STM) simply vacuum. The right panel illustrates the
electron wavefunctions in the two subsystems which have a small overlap in the insulator
region. In the tunneling Hamiltonian this is modeled by the the matrix element 7, ,.

the charge or current, which, as we saw in the previous chapter, measures charge-charge
or current-current correlation functions, both being two particle propagators.

In principle there is only one way to measure the single particle properties, which is
to insert/remove a single electron into/out of a many-body system. This can be achieved
by a so-called tunnel junction device or by subjecting the sample to a beam of electrons.
However, in some cases also optical experiments approximately measures the single particle
density of states. For example when a photon is absorbed and an electron is kicked out
from an occupied state to e.g. a freely propagating state outside the material.

In the following we study in detail the tunneling case where an electron tunnels from
one material to the other and show how the tunneling current is expressed in terms of the
spectral functions and thus provides a direct measurement of these.

7.4.1 Tunneling spectroscopy

The tunnel experiment set-up consists of two conducting materials brought into close
contact such that electrons can tunnel from one to the other. This is illustrated in Fig. 7.1.
Systems 1 and 2 are described by their respective Hamiltonians, H; and Hs, involving
electron operators, c;, and cp .

The coupling between the two sides of the junction is due to the finite overlap of the
wavefunctions, which gives rise to a term in the Hamiltonian of the form

H12 = Z (Tyucivyc2alﬁ + T;ucg,y,cl,l/> * (760)
v

This is the most general one-particle operator which couples the two systems. The tunnel
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matrix element is defined as
T, = [ dr vie) H @, (), (7.61)

with H(r) being the (first quantization) one-particle Hamiltonian.
The current through the device is defined by the rate of change of particles, I = —el,
where I}, = Ny, and hence

Ip - Z[H Nl] - Z[-[{127]\71] =1 Z Z [( VNCI vC2,u + T:ucg,ucl,y) 761,1/61,1/}

v v

S (Twciycz’u . T,fuc;”cl,l,> = (L — LY. (7.62)
viL

The current passing from 1 to 2 is driven by a shift of chemical potential difference, which
means that py # ps. The coupling between the system is assumed to be very weak, since
the tunnel matrix element is exponentially suppressed with distance between the two
systems. Therefore we calculate the current to lowest order the coupling. The current
operator itself is already linear in 7T}, and therefore we need only one more order. This
means that linear response theory is applicable. According to the general Kubo formula
derived in chap. 6 the particle current is to first order in His given by

Iy(t) = / N dt'Cf g, (¢, 1), (7.63a)
Cly, (t—1') = =if(t — t')([L,(t), Hi2(t)])eq (7.63b)

where the time development is governed by H = H; + Ha. The correlation function Crg,,
can be simplified a bit as

C’}iHlQ(t —t') = O(t_t)<[ (t) — LJr( t), f’(tl) +£T(tl)}>eq

——o-o)|([to.Lw)]) - ([ L)) +ee|.  @o
)

Now the combination <[L > involves terms of the form

()0 (o) ),

with two electrons created in system 1 and two electrons annihilated in system 2 and
therefore is does not conserve the number of particles in each system. Naturally the
number of particles is a conserved quantity and matrix elements of this type must vanish.?

2This is in fact not true for superconductors which are characterized by having a spontaneous breaking
of the symmetry corresponding to the conservation of particles and therefore such two-particle tunnel
processes are allowed and give rise to the so-called Josephson current.
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We are therefore left with
I,(t) = 2Re / Z aro(e — ) ([Lo). i(t')] )
— 2Re / atot—¢) > S 1,10, (|l #(t)élvl,(t),éi,y,(t')éw(t')}>eq

4% y/_t

— 2Re /_ A0 ) Y ST, T <<él,y(t)éi,u, (t’)>eq (e, (B ()

v v eq
(A 8u0), (61, 0) ). (7.65)

Now the time dependence due to the shift in energy by the applied voltages is explicitly
pulled out such that

&y (t) = & (t)et(—eMt, (7.66a)
&o(t) = &y(t)ei(—eV2t, (7.66b)

with the time dependence of ¢ being given by the Hamiltonian with a common chemical
potential . Furthermore, we are of course allowed to choose a basis set where the Green’s
function of the decoupled system (i.e. without Hps) is diagonal, G;j, = 0,,,G;. The
particle current then becomes (after change of variable t' — t' + t)

0
n=2ke [ ST G 05 =G5 i) = G =165 ()]
(7.67)

. . . . / . .
After Fourier transformation (and reinsertion of the convergence factor ") this expression
becomes

* dw
I, = / o Z Tyul? [GT (;w) G5 (3w + eV) — GT (r;w) G5 (usw + V)], (7.68)
% ”

with the voltage given by V' = V5 — V;. The lesser and greater Green’s functions are now
written in terms of the spectral function, see Eq. (7.50), and we finally arrive at

b= [ S TP A () Aslps + eV g (o V) — e @) (709
S

In Eq. (7.69) we see that the current is determined by two factors: the availability of
states, given by the difference of occupation functions, and by the density of states at a
given energy. Therefore by sweeping the voltage across the junction one gets information
about A(r,w). This is a widely used spectroscopic principle in for example the study
of superconductors where it was used to verify the famous prediction of the BCS theory
of superconductivity that there is an excitation gap in the superconductor, and that the
density of states peaks near the gap, see Exercise 4.3 and Exercise 7.5. Also it is used
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Figure 7.2: The principle used in tunneling spectroscopy. The left panel shows the two
density of states in the two materials. The right one is metal, where there is little variations
with energy and the experiment can therefore be used to get information about the density
of states of the left material. The two right most panels show the resulting current and
the differential conductance trace. It is seen how the differential conductance is a direct
measure of > Ai(v,w).

to study small structures where the individual quantum levels become visible due to size
quantization.

The tunnel spectroscopy technique amounts to a sweep of an external voltage which
controls the chemical potential while measuring the differential conductance dI/dV. If
the other material is a simple material where one can assume the density of states to be
more or less constant, i.e.

> | Toul? A2 (v,w + €V) & const. (7.70)
1
then
dl o0 ong (w+evV)
v & /_Oo dw ( —) ZAl fy W (7.71)

At low temperatures where the derivative of the Fermi function tends to a delta function
and (7.71) becomes

Z Ay (p, —eV). (7.72)

So the spectral function can in fact be measured in a rather direct way, which is illustrated
in Fig. 7.2.

7.4.2 Optical spectroscopy

While the response to an electromagnetic field in principle is always given by the dielectric
function, which was shown in Chap. 6, there are cases where it is well approximated by
the one-particle spectral function. Such an example is photo emission spectroscopy.
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7.5 The two-particle correlation function of a many-body
system

While the single-particle Green’s functions defined above measure the properties of indi-
vidual particles the higher order Green’s functions give the response of the quantum system
to processes involving several particles. One important type of higher order Green’s func-
tions are the correlation functions, which was encountered in the linear response chapter.
For example, we saw that the response to electromagnetic radiation was determined by the
auto correlation function of the charge and current densities. Typical correlation functions
that we will meet are of the type

Caa(t,t) = —ib(t —t') ([A(t), A(t)]), (7.73)

where A is some two particle operator.

In order to treat a specific case, we evaluate the polarization function x = C,, for a
non-interacting electron gas (see Eq. (6.35)). This function gives for example information
about the dissipation due to an applied field, because the dissipation, which is the real
part of the conductivity®, is according to Eq. (6.44) given by (take for simplicity the
translation-invariant case)

Reo (q,w) = —%ImXR(q,w). (7.74)
In momentum space the polarization is given by
xB(q,t—t) = /dr y(r—r t—¢t)e =)
= —if(t — t')e? / dr ([p(r,t), p(x', )]} e~ 10 (x=r"),

— —29 t— t /dr i Z Q1, , QQ,t,)] > eiQI-I‘Jri‘h-r’efiq-(r*r')’

q192

= —if(t - t’)ezé > ([, 1), plaz, )] ) el (7.75)

q2

(note that p is here the particle density). Since due to the translation-invariance the result
cannot depend on r’, one sees that gz = —q (or formally one can integrate over r’ and
divide by volume to get a delta function, dq,+q,0) and thus

WF(aut— 1) = —if(t — )L {[p(a,t),p(—a,t")])- (7.76)

1%

®Because the power dissipated at any given point in space and time is P(r,t) = Je(r,t) - E(r, t), the
total energy being dissipated is

dw 1 dwl
W= /drthrt)J ZWVZE a,w) - Je(q,w) = ZIEq, ) o(a,w)
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The Fourier transform of the charge operator was derived in Eq. (1.93)
P(A) =Dy Ciciar (7.77)
ko

For free electrons, the time dependence is given by (see Eq. (7.37))

plat) =Y el ppqpe K Hral, (7.78)
k

which, when inserted into (7.76), yields

1 i i(e, ,—¢
g t—t) = —i9(t—t')ezvZ([CLCkJrq,cL,ckquez(gk*qu)te G fwg)t (7.79)

Kk’
where the subindex “0” indicates that we are using the free electron approximation. The
commutator is easily evaluated using the formula, [c:r,c#, c:r/, c#,] = cic#,éﬂ,y, — ci,c#(SV,#,
and we find
: 1 (e — t—t!
X0 (q.t —t') = —if(t — t’)ezv Z [nr(ey) — nr(eiq)] e FkErcpa) (1) (7.80)
k
because <c£ck> = np(e;). In the frequency space, we find
R [ ] (e —orn e )(E—t) —n(t—t')
X0 (qaw) =1 , dte 9 Z [nF(Ek) - nF(Ek—I—q)] eV k “ktq e )
t ko
1 nelé&,) —Nele
_ Ly ZnrCia) (781)
1% " €k T Eiqq TW T

This function is known as the Lindhard function, and later on, when discussing the ele-
mentary excitations of the electron gas, we will study it in much more detail.

Within the non-interacting approximation and according to Eq. (7.74) we then have
that the dissipation of the electron gas is proportional to

~Im xR (qw) = % 3" [nr(ew) = nr(errq)] 3(exk — Eicyq +w)- (7.82)
ko

We can now analyze for what q and w excitations are possible, i.e. for which (q,w)
Eq. (7.82) is non-zero. Let us take T' = 0 where np is either zero or one, which means
that np(ey) — nr(ey, ) is only non-zero if (k > kp and |k +q| < kF) or (k < kr and
|k +q| > kr). The first case corresponds to w < 0, while the latter corresponds to w > 0.
However, because of the symmetry x{¥(q,w) = —x&(—q, —w), which is easily seen from
Eq. (7.81), we need only study one case, for example w > 0. The delta function together
with the second condition thus imply

1 2
1 1 Wmax = 5,,9° T VFq
0<w=¢ s +tkog- =4 (7.83)
2m m Wmin = 3,,4° —VFq , q > 2kp.
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Figure 7.3: Absorption of a photon creates an electron-hole pair excitation in the free
electron gas. The possible range of ¢ and w is given by the dashed area in the left plot.
The strength of the interaction depends on the imaginary part of the polarization function,
see Eq. (7.82)

The possible range of excitations in (q,w)-space is shown in Fig.7.3. The excitations which
give rise to the dissipation are electron-hole pair excitations, where an electron within the
Fermi sea is excited to a state outside the Fermi sea. There is a continuum of such
excitations given by conditions in (7.83).

While the electron-hole pair excitations are the only possible source of dissipation in the
non-interacting electron gas, this is certainly not true for the interacting case which is more
complicated. There is one particular type of excitation which is immensely important,
namely the plasmon excitation. This we study in great detail later in this course.

The excitation of the electrons gas can be measured by for example inelastic light
scattering (Raman scattering), where the change of momentum and energy of an incoming
photon is measured. The process discussed here where an electron within the Fermi sea
is scattering to an empty state outside the Fermi sea, is illustrated in the hand side of
Fig. 7.3.

7.6 Summary and outlook

The concept of Green’s functions in many-body physics has been introduced in this chap-
ters, and we will use Green’s functions in practically all discussions in the remaining part
of the course. The Green’s functions describe the dynamical properties of excitations.
We have so far seen two examples of this: the density of states is related to the spectral
function and it can be measured for example in a tunneling experiment, and secondly the
absorption of electromagnetic radiation is given by the charge-charge correlation function.

The physical picture to remember is that the Green’s function G (rot,r'o’t") gives the
amplitude for propagation from the space-time point rt to r't’, with initial spin o and final
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spin o’.
In this chapter we have defined the following many-body Green’s functions

GE(rot,x'o't') = —if (t — t') ([V,(rt), \IIZ,(r’t’)]B,ﬂ retarded Green’s function
G~ (rot,o'r't) = —i(\I!U(rt)\IfL (r't')) greater Green'’s function
G=(rot,o'r't') = —i (1) (\I!Z,(r’t’)\lfa(rt» lesser Green’s function

and their corresponding Fourier transforms. The important spectral function is in the
frequency domain and in a diagonal basis given by

A(v,w) = —2Im GF(v,w) spectral function

The spectral function is related to the density of states. For non-interacting electrons the
spectral function is given by a Dirac delta function

Ap(v,w) = 271d(e, —w) non-interacting case
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Chapter 8

Equation of motion theory

In the previous chapters we saw how various physical observables can be expressed in
terms of retarded Green’s functions and correlation functions. In many cases we need to
calculate the time-dependence of these functions. There are several ways of attacking this
problem, one of which is the equation of motion technique. The basic idea of this method
is to generate a series of coupled differential equations by differentiating the correlation
function at hand a number of times. If these equations close the problem is in principle
solvable, and if not, one needs to invoke physical arguments to truncate the set of equations
in a reasonable fashion. For example one can neglect certain correlations. We shall study
examples of both situations in this chapter.

8.1 The single-particle Green’s function

Let us consider the retarded Green’s function G¥ for either fermions or bosons, Eq. (7.28)

GR(rt,r't') = —if (t — t') ([(T(rt), U (v't)]5,F). (8.1)

We find the equation of motion for GF as the derivative with respect to the first time
argument

t

+ (=) 0(t —t)

=6t —t)o(r—r

+ (=) 0(t — t'){[i0y T (rt), UT (r't")]B.F). (8.2)

Here we used that the derivative of a step function is a delta function and the commutation

relations for field operators at equal times [¥(r), UT(r')] . . = §(r —r’). Next, let us study
the time-derivative of the annihilation operator

B,F

10y W (rt) = — [H, W(r)] (t) = —[Ho, ¥(r)](t) — [Hint, ¥(r)] (1), (8.3)

127
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where the interaction part of the Hamiltonian includes all the interactions in the given
problem, while Hy describes the quadratic part of the Hamiltonian, for example the kinetic
energy. If Hy is the usual kinetic energy Hamiltonian of free particles, we have

—[Ho, U(r)] = %/dr [\IIT(r')V,Z.,\I/(r'),\II(r)]
= —%Vf\l’(r). (8.4)
In this case the equation of motion becomes
(iat + %v%) GER(rt,v't") = 6(t — t")o(r — ') + DE(rt,r't'), (8.5a)
DE(ct,r't') = —if(t — ') < [—[Him, T(0)](t), qﬁ(r't')] B’F> . (8.5b)

The function D® thus equals the corrections to the free particle Green’s function. Af-
ter evaluating [Hins, U(r)] we can, as in Sec. 5.5, continue the generation of differential
equations. It is now evident why the many body functions, G%, are called Green’s func-
tions. The equation in (8.5a) has the structure of the classical Green’s function we saw
in Sec. 7.1, where the Green’s function of a differential operator, L, was defined as LG =
delta function.

Often it is convenient to work in some other basis, say {v}. The Hamiltonian is again
written as H = Hy + Hjy, where the quadratic part of the Hamiltonian is

Hy = Zt,,/,,cl,cl,. (8.6)

The differential equation for the Green’s function in this basis

GRwt, /1) = —i0(t — t'){[cy (1), ¢, ()] B.F) (8.7)

s =l

is found in exactly the same way as above. By differentiation the commutator with Hy is
generated

—[Hp, ] = thucyu, (8.8)

and hence

> (1800 — tyn) GRWt, V) = 6(t — )80 + DR (vt,/1), (8.9a)

DE(wt, /1) = —if(t — t') < [—[Him, el(t), (t')} B,F> . (8.9b)

In this course we will mainly deal with problems where the Hamiltonian does not depend
explicitly on time (linear response was an exception, but even there the time dependent
problem was transformed into a correlation functions of a time independent problem).
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Therefore the Green’s function can only depend on the time difference t—¢' and in this case
it is always useful to work with the Fourier transforms. Recalling that when performing
the Fourier transformation of the derivative it becomes d; — —iw, and that the Fourier
transform of a delta function is unity, §(t) — 1. We can write the equation of motion in
frequency domain

Z [51/1/” (w + “7) - tl/l/”] GR(V”V,; w) = Oy + DR(Va V,; w)v (8103‘)

V”

DR,V w) = —i/

—00

o0

ﬁaW“m@ﬂM@—£)<Pﬂﬁmqﬂmewﬂ3F>. (8.10b)

Here it is important to remember that the frequency of the retarded functions must carry
a small positive imaginary part, n, to ensure proper convergence.

8.1.1 Non-interacting particles

For non-interacting particles, which means that the Hamiltonian is bilinear in annihilation
or creation operators, we can in fact solve for the Green’s function'. In this case we have

Z (5111/” (W + ”7) - tw/”) G[I]z(yllyl; w) = Oy (811)

V”
where the subindex 0 on G(If indicates that it is the Green’s function corresponding to a
non-interacting Hamiltonian. As in Sec. 7.1 we define the inverse Green’s function as

(GB) ™ (s w) = by (w + in) =t = (GF),, (8.12)

vv!

and in matrix notation Eq. (8.11) becomes
(GH Gl =1. (8.13)

Therefore, in order to find the Green’s function all we need to do is to invert the matrix
(G(I){);:,. For a diagonal basis, i.e. t,,/ = d,,7€,, the solution is

1

R — (R —
(GE),., = CF )by = S

4%

(8.14)

vv! vv'

which of course agrees with the result found in Chap. 6.

8.2 Anderson’s model for magnetic impurities

In order to exemplify the usefulness of the equation of motion technique, we proceed by
solving a famous model for the appearance of a magnetic moment of impurities of certain

'Here we only consider terms of the form cfe but also anomalous terms like cc could be included.
In Chap. 4 we saw that such a term is indeed relevant for superconductors. For the Green’s function
in a superconductor we should therefore solve the linear problem in a way similar to the Bogoliubov
transformation introduced in Chap. 4. We return to this in Chap. 15.
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W The magnetic ion

(b) \ 9o+ U
1

y

t———

|

i

Figure 8.1: The Anderson model describing magnetic impurities embedded in a homoge-
neous host metal. The electrons in the conduction band of the non-magnetic host metal,
indicated by the dashed areas, couple to the level of the magnetic impurity ion, which has
an onsite energy e5. But the energy of electrons residing on the impurity ion also depends
on whether it is doubly occupied or not.

magnetic ions embedded in a non-magnetic host metal. The host metal, e.g. Nb or Mo,
has a conduction band, which can be described by an effective non-interacting model

He =" (ex — 1) fy i (8.15)
ko

For the impurity ion we assume that it has only one spin-degenerate state in the active
shell, which is typically the d shell. In addition to the bare energy cost for an electron to
reside in the d-state, there is an interaction energy that depends on the state being doubly
occupied or not. The impurity ion Hamiltonian is thus modeled as

H;+ Hy = Z (&‘d — /J,) dldg + UndTndL. (8.16)

o

where ng, = dgda is the number operator for d-electrons. The crucial input is here the
correlation between electrons on the impurity ion, because the interaction in the narrower
d-shell of a magnetic ion is particular strong and this in fact the reason for the magnetism.
The states forming the conduction band are primarily s-states that are more extended in
space, and hence interactions are less important for those.

If we the electrons occupied the conduction band and the impurity orbital are decoupled
the problem is of course straightforward to solve, however the outer-most electrons of the
magnetic impurity ions, e.g. the d-shell of a Fe ion, to couple to the conduction band
electrons. The coupling occurs because the d-orbital and the conduction band states
overlap spatially and also lie close in energy, giving rise to a “hybridization” between the
two. The overlapping orbitals leads to a non-diagonal matrix element of the Hamiltonian

Hyyp, = Z trdl ko + Ztﬁclgda- (8.17)
ko ko
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The bare d-electron energy, ¢4, is below the chemical potential and from the kinetic
energy point of view, it is favorable to fill the orbital by two electrons. However, this costs
potential energy, U, and it is not possible if 24 4+ U > 2u. Furthermore, the system gains
further kinetic energy by the hybridization, which on the other hand is complicated by
the fact that the hopping in and out of the impurity orbital with, say, spin up electrons
depends on the occupation of spin down electrons. The hybridization therefore seems to
randomize the spin on the magnetic ion. The sum of these three energy contributions

H:Hc+Hd+HU+thb (818)

is known as the Anderson model. See Fig. 8.1 for an illustration. Although the Anderson
model looks simple, its full solution is very complicated and in fact the model has a very
rich phase diagram. The Anderson model has been used to describe numerous effects in
the physics of strongly correlated electron systems.?

It turns out that for certain values of the parameters it is energetically favorable for the
system to have a magnetic moment (and thus minimizing the on-site interaction energy)
while for other values there is no magnetic moment (thus gaining maximum hybridization
energy). The physical question we try to answer here is: Under which circumstances is
the material magnetic?

8.2.1 The equation of motion for the Anderson model

The magnetization in the z-direction is given by the expectation value of the difference
nt+ — ny between spin up and down occupancy. The occupation of a quantum state was
found in Eq. (7.57) in terms of the spectral function. For the d-electron occupation we
therefore have

Nge = / Z—j: nr (w) A(do,w), (8.19)

where A(do,w) is the spectral function, which follows from the retarded Green’s function,
GT, see Eq. (7.49). All we need to find is then

GR(dost —t') = —if) (t — t') <{da (t),d} (t’)}> . (8.20)

Let us write the equation of motion of this function using Eq. (8.10). Due to the
hybridization term the Hamiltonian is not diagonal in the d-operators and the equations
of motion will involve another Green’s function F'®, namely

GE (ko do,t —t') = —if (t — t') ({exo (t) . d), () })- (8.21)

The equation of motion are thus found by letting " in Eq. (8.10) run over both d and k
and we obtain the coupled equations

(w+in —eq + p) GE(do,w) — Z twGE (ko, do,w) = 1 4+ DT (do,w), (8.22)
k
(w+in — ex + p) G (ko,w) — t.GF(do,w) = 0, (8.23)

2The model in fact has a known exact solution, but the solution fills an entire book, and it is hard to
extract useful physical information from this solution.
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where

DE (do,w) = —z'/

—00

o0

dte’ M=ty (1 —¢') <{—[UndTnd¢, do(t), d’{,(t’)}> . (8.24)
The commutator in this expression is for o =1
[Unatnay, di] = Una[nay, di] = =Unaydy, (8.25)

and likewise we find the commutator for spin down by interchanging up and down. We
thus face the following more complicated Green’s function

DR (d1,t) = —if (t — ') U{{nq, (t)d(t), d$(t’)}>. (8.26)

8.2.2 Mean-field approximation for the Anderson model

Differentiating the function in Eq. (8.26) with respect to time would generate yet another
function ({[H,ng (t) ds(t)], dl(t’)}> to be determined, and the set of equations does not
close. However a mean-field approximation still grasps the important physics that the
spin-up electron population depends on the spin-down population, therefore we replace
the interaction part Hy by its mean-field version

HY'T = U (ngy) nay + U (nay) nay — U (nar) (nay) - (8.27)
In this approximation, the function D becomes
DE(dtt —t) =—if (t — ') U (ngy) ({ds(t),dl(t)}) = U(ng))G® (do,t —t') . (8.28)
In other words, since the mean-field approximation makes the Hamiltonian quadratic we
can include U (ngqy (t)) to the energy of the spin-up d-electrons in our equation of motion.
Inserting (8.28) in Eq. (8.22), and solving Eq. (8.23) for GF(d1,w) gives
|tk]?

— =GR =1 8.29
o e tin (dT,w) =1, (8.29)

(w+in—eq+p—U(ng) )GE(d 1, w) — Z
Kk
and likewise for the spin-down Green’s function. The final answer is
1
w—eq—U(ng) -2 (w)’

|t
)y = E . 8.30b
() W ekt pt n ( )

G*(d 1, w) =

(8.30a)

The function ¥ (w) is our first encounter with the concept known as “self-energy”. The
self-energy changes the pole of G and furthermore gives some broadening to the spectral
function. Due to this term the “bare” d-electron energy, €4, is seen to be renormalized by
two effects: first the energy is shifted by U (nq;) due to the interaction with the averaged
density of electrons having opposite spin, and secondly, the coupling to the conduction
band electrons gives through Y (w) an energy shift and most importantly an imaginary
part. In the time domain the imaginary part translates into a life-time. It arises because
the coupling to the c-electrons introduces off diagonal terms in the Hamiltonian, so that
it is no longer diagonal in the d-operators. The diagonal modes are instead superpositions
of ¢- and d-states.
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8.2.3 Solving the Anderson model and comparison with experiments

Assuming that the coupling #x only depends on the length of k and thus on ¢, the self-
energy X is

2
E(w):/ded( )w_|Z+M+M_P/d5d w_gl_u—iwd(e)|t(5)|2. (8.31)

The density of states d (¢) and the coupling matrix element ¢ (¢) depend on the details of
the material, but fortunately it is not important for the present considerations. Let us
assume that the product d(¢)|t (¢) | is constant within the the band limits, —W < & < W,
and define the important parameter I' by

wd()|t(e)]? = TOW — |e)). (8.32)

This approximation is good if the width of the Green’s function (which we shall see shortly
is given by I') turns out to be small compared to the scale on which d(¢)|t(e)|* typically
changes. Since in practice I' < ep, the approximation is indeed valid. For w € [-W, W]

we get
r M d
E(w)z—/ % r
,WUJ—€+,U/
r |w
— M‘—z‘r, W <w< W (8.33)
s W—-—w-—u

The real part gives a shift of energy and since it is a slowly varying function, we simply
include it as a shift of ¢ and define the new onsite energy ¢ = ¢ — Re X.
The spectral function hence becomes

A(dt,w) =—2ImGE(d T,w)
2r
= — 5 0O(W —le|), (8.34)
(w—E4+p—Ung))” +T?
where I is the width of the spectral function. Note that the spectral function derived here
is an example of the Lorentzian form discussed in Sec. 7.3.5.
Now the self-consistent mean-field equation for (ng) follows as

(i) = [ G2 ne@)A (@1.0)

dw 2r
:/W%np(w) P (8.35)

If we neglect the finite bandwidth, which is justified because I' < W, and if we furthermore
consider low temperatures, 7' = 0, we get

() /0 dw or
nay) & — ,
M ) 2T (w =2+ p— U (nagy))® + T2

1 s — U
1 — (5 A+ <”d¢>>'

2 7 T

(8.36)
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ny —n, (71 = 1) ) max

[

0 0.5 = (u—e) U s 10 y=U/T
Magnetization Experiments
L i o ! J !
3 4 5 6 8 9
Y Zr Nb Mo Re Ru Rh

Electron concentration (number of valence electrons)

Figure 8.2: The upper part shows the mean field solution of the Anderson model with
the left panel being magnetization as a function of electron density ne, i.e. the chemical
potential, for two different I"-values, while the right panel is the maximum magnetization as
function of the correlation energy. We see that there is a critical density and a critical U/T’
where the magnetization sets in. The latter means that too strong hybridization destroys
the magnetization. The bottom panel shows experimental results (Clogston et al. (1962))
for the magnetic moment of Fe embedded in transition metals. The electron concentration
and hence p is varied by changing the alloy. For 4 < ne < 8 the magnetization curve is
seen to be quite similar to the prediction of the model. For ne > 8 the effect of having
more two d-orbital in the Fe-atoms becomes important and the simple model is no longer
adequate.
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We obtain the two coupled equations

cot (mn4) = y(n) — x), x=—(€—pn)/U, (8.37a)
cot (mn)) = y(ny — x), y=U/I. (8.37b)

The solution of these equation gives the occupation of the d-orbital and in particular tells
us whether there is a finite magnetization, i.e. whether there exists a solution n| # ny,
different from the trivial solution n| = ”T-3 In Fig. 8.2 solutions of these equations are
shown together with experimental data. As is evident there, the model describes the
observed behavior, at least qualitatively.

8.2.4 Coulomb blockade and the Anderson model

Above we applied the mean-field approximation to the interaction. This means that the
energy of a given spin direction is only affected by the average occupation of the opposite
spin direction. In an experiment where one probes the actual occupation of the atom
this approach would not be sufficient. Such an experiment is for example a tunneling
experiment where current is passed through a single atom or a small metallic island which
can be thought of an artificial atom. For the electron that wants to enter the island it
does matter whether the island is already occupied, because if it is the tunneling barrier
is increased by U. To capture this physics one must go one step beyond the mean-field
approximation and truncate the equations of motion at a later stage. This is the topic for
Exercise 8.4. See also Exercise 8.3.

8.3 The two particle correlation function

The two particle correlation functions, such as the density-density correlation, was in
Chap. 6 shown to give the linear response properties. Also for this quantity one can
generate a set of equation of motions, and as for the single particle Green’s function they
are not solvable in general. But even so they may provide a good starting point for various
approximation schemes.

Consider for example the retarded charge-charge correlation function

xE(rt,x't") = —i0 (t —t') ([d(rt),d(x't")]). (8.38)

In Chap. 6 it was shown that this function is related to the dielectric response function
and therefore tells about the screening properties of the material.

8.4 The Random Phase Approximation (RPA)

A commonly used approximation scheme for correlation functions is the so-called Ran-
dom Phase Approximation (RPA). For the case of the electron gas, which is one of our
main topics in this course, RPA is exact in some limits, but also in general gives a decent

3We should also convince ourselves that the magnetic solution has lower energy, which it in fact does.
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description of the interacting electron gas. In Chap.12 RPA is derived using Feynman dia-
grams, but here we derive it using the equation of motion technique. The two derivations
give complementary insight into the physical content of the approximation.

We will for simplicity work with the translation-invariant electron gas with the Hamil-
tonian given by the usual kinetic energy plus interaction energy (here we disregard the
spin degree of freedom because it is not important)

H= Zekckck + > Y V(@ o qawe = Ho + Hin. (8.39)
kk’q;éO

Furthermore, the g = 0 component is cancelled by the positively charged background.
The charge-charge correlation function is

1

xMa,t—t') =—if (t—1') 5 {lelat).p(=at)]), rl@= Yok (8.40)
k
However, it turns out to be better to work with the function
XR(kq7 t— tl) = —if) (t - tl) ([(CLCk+q) (t) P (_qatl)D? (841)

from which we can easily obtain y(q) by summing over k, x®(q) = 3" x®(kq). Let us
find the equation of motion

10" (ka, t —t') = 3(t = ') ([(chcierq) (1), P(—ast)])
= i0(t = ) ([~ [H, cerer.q] (1) . p(=a. 1)), (8.42)

and for this purpose we need the following commutators

[chkJrq, P (—q)} = Z [chkJrq, cL,ck,_q] = chk - cL_l_qckJrq, (8.43)

[Ho, cleicrq) = (sk — fktq) Chlicrqn (8.44)
[Hint, ckck+q] =— Z Vg { Chiq ,ck, ¢k Ckrq T CL,JFq,cLiq,ckJrqck,

- CLI+quLCk+q+q'Ck’ - chL_qck,ck_i_q_q,} . (8.45)

When this is inserted into Eq. (8.42) a new 6-particle Green’s function is generated. Fur-
thermore for each level of the equation of motion a Green’s function with two more electron
operators pops up. At this stage we truncate this series by the random phase approxima-
tion which says that the right hand side of (8.45) is replaced by a mean-field expression
where pairs of operators are replaced by their average values. Using the recipe from Chap.
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4, we get
1
[Hint7 CLCk+q] ~ —5 Z V(ql) {CL+q/Ck+q <C1l;’—q’ck'> + <CI{+q,Ck+q> CI{’—q’Ck'
k'q'#0
+ cJr C cJr Cr + ch C cJr c
k—q' k+q k’—l—q’ k! k_ql k+q k’—l—q’ k/
T T T T
_Ck’-}-q’ck’ <Cka+q+q/> — <Ck’+q’ck’> Cka+q+q/
— chkJrqfq, <CLquk’> - <chk+q7q,> cL,chk, + const.}

- Z V() ((arq) — (nu)) CL,quku (8.46)
K

where we used that <c;r{ck,> = (ny )0k k- Note that the exchange pairings which we included
in the Hartree-Fock approximation is not included here.

Collecting everything and going to the frequency domain the equation of motion be-
comes,

(w40 + ek — extq) X (kq,w) = ((niq) — (7)) <1 —Vi), XR(k'q,w)> . (8.47)
-

which, when summed over k, allows us to find an equation for xy%(q, w)

X, w) = % > xF(kq,w) = % > - in:;i;(n,i = (1+V (@) x"(aw), (848)
k q

and hence

R(q,w) _ XOR(qaw)

1= V(gxf(aw)

This is the RPA result of the polarizability function. The free particle polarizability
Y& (q,w) was derived in Sec. 7.5. The dielectric function becomes

X (8.49)

EFPA (qw) = [1+ V(g P(a,w)] = 1=V (¢) x{(a,w). (8.50)

Replacing the expectation values, n,, by the Fermi-Dirac distribution function, we
recognize the Lindhard function studied in Sec. 7.5. There we studied a non-interacting
electron gas and found that x(q,w) indeed was equal to the numerator in (8.49) and the
two results therefore agree nicely.

In Sec. 7.5 we also analyzed the excitation of the non-interacting electrons gas and the
analysis there is basically still correct. The excitations which were shown in Sec. 7.5 to be
related to the imaginary part of xf(q,w) and therefore the structure of the electron-hole
excitations of the non-interacting gas (depicted in Fig. 7.3) is preserved here, but of course
the strength is modified by the real part of the denominator of (8.49).
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However, the interactions add other fundamental excitations, namely collective modes,
and in the case of a charge liquid these modes are the plasmon modes. The additional
modes are given by the part where the imaginary part of XOR(q,w) is zero because then
there is a possibility of a pole in the polarizability. If we set Im x{’(q,w) = —i, we have

)
[1 - V() RexE(q,w)]” + 62

—Im x"*(q,w) = =m0 (1—=V(g)Rexg(q,w)).  (851)

This means that there is a well-defined mode when 1 — V(q) Re x&(q,w) = 0 and this
is the plasma oscillation mode, also called a plasmon. The plasmon is studied in detail
in Chap. 12, here we just mention that the condition for the mode turns out to be

W X “";2)1 + const. ¢2.

8.5 Summary and outlook

In this chapter we have seen a method to deal with the dynamical aspects of interacting
many-body systems, namely the equation of motion method applied to the Green’s func-
tions. The set of differential equation is not soluble in general, and in fact only a very small
set of Hamiltonians describing interacting systems can be solved exactly. Therefore ap-
proximations are necessary and we saw particular examples of this, namely the mean-field
solution of a magnetic impurity embedded in a metallic host, and the RPA approximation
for the charge auto correlation function.

In the following chapter we use the equation of motion to derive the Green’s functions
in the imaginary time formalism and to derive the famous Wick’s theorem. Wick’s theorem
will then pave the way for introducing the Feynman diagrams.



Chapter 9

Imaginary time Green’s functions

We have seen that physical observables often have the form of Green’s functions, or that
they can be derived in a simple way from the Green’s functions. In all the situations we
have studied so far the physical observables have been related to the retarded Green’s
functions, which in general are defined as

OB (1) = —if(t — t') <[A(t), B(t’)]BvF> : {

When A and B are single particle annihilation and creation operators, it is the single
particle Green’s function defined in Eq. (7.28) from which one could derive the density of
states. When A and B are two-particle operators, e.g. the density or current operators, C%
has the form of a retarded correlation function that was shown to give the linear response
results of Chap. 6. In Eq. (9.1) boson operators mean either single particle operators
like b or b or an even number of fermion operators such as cfc appearing in for example
the density operator p. The important thing that distinguishes the boson case from the
fermion case is the sign change that is obtain upon interchange.

In this chapter, we introduce a mathematical method to work out the retarded Green’s
functions. For technical reasons it is convenient to use a mapping to a more general Green'’s
function, where the time and frequency arguments are imaginary quantities. This has no
real physical meaning, and is only a clever mathematical trick, which we need to learn.
This is much like treating electrical circuit theory with complex numbers even though
all currents and voltages are real. The present chapter concentrates on the mathematical
details of the technique and applications are left for later. The imaginary time formalism is
particularly useful when we want to perform perturbation theory, and this will eventually
lead us to the Feynman diagrams.

Let us for example look at the definition of the following correlation function

Cap(t.1') = — (A()B(1)). (9.2)

from which we can find the retarded function as C® = i@(t—t') (Cap F Cpa). By definition
we have

B : for bosons }

F' : for fermions

(9.1)

Cap(t.t') = —%ﬁ (P amB()). (9.3)

139
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Suppose the Hamiltonian is H = Hy + V', where V is the perturbation. Then we saw in
Chap. 5 that the interaction picture provides a systematic way of expanding in powers of
V. We could try to utilize this and write C'4p as

Cap(t,t') = —%Tr [e’ﬂHU(O,t)ﬁ(t)f](t,t’)B(t’)U(t’,O)] : (9.4)

In Eq. (5.18) we saw also how a single U operator could be expanded as a time-ordered
exponential. This would in Eq. (9.4) result in three time-ordered exponentials, which could
be collected into single time-ordered exponential. But the trouble arises for the density
matrix e #H, which should also be expanded in powers of the interaction. To make a
long story short: this is a mess and a new idea is therefore needed. The solution to this
problem is to use imaginary times instead of real times, but bar in mind that this is purely
a mathematical trick without physical contents.

To employ imaginary time is not as far fetched as it might look, because both the den-
sity operator p = e7#H /Z and the time evolution operator U(t) = e~*t are both expo-
nential functions of the Hamiltonian.! They therefore satisfy similar differential equations:
U satisfies the Schrodinger equation, i0;U = HU while p is the solution to dgp = —Hp,
which is known as the Bloch equation. In order to treat both U and p in one go, one
replaces the time argument by a imaginary quantity ¢ — —¢7, where 7 is real and has
the dimension time. In the end this means that both U and p can be treated in just one
expansion in powers of V' . Furthermore, we will see that there is a well-defined method
to obtain the physically relevant quantity, i.e. to go back to physical real times from the
imaginary time function.

As for real time we can define an imaginary time Heisenberg picture by substituting
it by 7. We define

A(r)=e™Ae ™ 1 a Greek letter. (9.5)

In this notation, you should use the imaginary time definitions when the time argument
is a Greek letter and the usual definition when the times are written with roman letters,
S0

A(t) = ™ Ae™™H ¢ 3 Roman letter. (9.6)

Similar to the interaction picture defined for real times, we can define the interaction
picture for imaginary times as

A(r) = e™HogeHo, (9.7)

Letting H = Hy + V, the relation between the Heisenberg and the interaction picture
in imaginary time follows the arguments in Chap. 5. If we consider a product of oper-
ators A(7)B(7') and write it in terms of the corresponding operators in the interaction

'Note that we consider only time-independent Hamiltonians in this section. If they are not time-
independent, one cannot use the ordinary equilibrium statistical mechanics but instead one must use a
non-equilibrium formalism. This we did in the linear response limit in Chap. 6, but we will not cover the
more general case of non-linear time dependent response in this course.
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representation, we get
A(T)B(r") = U0, 7)A(n)U (r, 7)B(r"\U (7', 0), (9.8)
where, like in Eq. (5.12), the time-evolution operator U in the interaction picture is
U(T, ') = eTHoo=(1=7")H o—~7'Ho (9.9)

An explicit expression for U(r,7') is found in analogy with the derivation of Eq. (5.18).
First we differentiate Eq. (9.9) with respect to 7 and find

0.-U(r,7') = Mo (Hy — H)em "= Ho = V(1)U (r, 7). (9.10)

This is analogous to Eq. (5.13) and the boundary condition, ﬁ(T, 7) = 1, is of course the
same. Now the same iterative procedure is applied and we end with

o0

Oty =3 (-1 Lo [an 1 (V) V()

= ;joexp <— /TT ng(n)> . (9.11)

The time ordering is again the same as defined in Sec. 5.3, i.e. the operators are ordered
such that A(7)B(7') is equal A(7)B(7') for 7 > 7’ and B(7')A(7) when 7/ > 1.

Above it was argued that the density operator naturally can be treated within the
imaginary formalism, and indeed it can, because by combining Eqs. (9.9) and (9.11) we
obtain

. B
e~ BH _ ,—BHo U(p,0) = e~ BHo T, exp (—/ dT1V(7’1)> . (9.12)
0

Consider now the time ordered expectation value of the pair of operators in Eq. (9.8)
1
(T AM)B()) = S Tr [e—ﬂHTTA(T)B(T')] . (9.13)

Utilizing Eqs. (9.8) and (9.12) we can immediately expand in powers of V'

(T, A(7)B(r")) = %ﬁ |70 (8,0) 1,00, 1) A(1 0 (r, 7)B()0(,0)] . (9.14)

This can be written in a much more compact way relying on the properties of T’
(T,0(3,0)A(r)B(7"))
(0(8.0)),

where we have used Z = Tr [e7##] = Tv [e_ﬂHOﬁ(ﬁ,O)], and where the averages (---)g

depending on e #Ho appear after normalizing with 1/Zy = 1/Tr [efﬁHO]. This result
demonstrates that the trick of using imaginary time indeed allows for a systematic expan-
sion of the complicated looking expression in Eq. (9.4). However, before we can see the
usefulness fully, we need to relate the correlation functions written in imaginary time and
the correlation function with real time arguments.

(T AM)B()) = T [P H07,0(8,0)A(r) B(r")] = 0 (9.15)
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9.1 Definitions of Matsubara Green’s functions

The imaginary time Green’s functions, also called Matsubara Green’s function, is defined
in the following way

Cap(r, ') =—(T; (A(1) B (7)), (9.17)

where the time-ordering symbol in imaginary time has been introduced. It means that
operators are ordered according to history and just like the time-ordering operator seen
in Chap. 5 with the later “times” to the left

+ for bosons,
— for fermions.

(9.18)

T, (A(T)B (T')) ZQ(T—T')A(T)B(T') j:O(T'—T)B (T')A(T), {

The next question is: What values can 7 have? From the definition in Eq. (9.17)
three things are clear. Firstly, Cap(7,7') is a function of the time difference only, i.e.
Cap(1,7") = Cap(r — 7'). This follows from the cyclic properties of the trace. We have
for 7 > 7'

-1 [ ’ ’
CAB(T, 7—/) = 7TI‘ e—ﬁHeTHAe—THeT HBe_T H]
_ —71% -efﬁHefT’HeTHAefTHeT’HB}
_ _71TI‘ —6—6HB(T—T,)HAB—(T—T’)HB:|
=Cap(r— 1), (9.19)

and of course likewise for 7/ > 7. Secondly, convergence of Cap(7,7') is guaranteed only
if - < 7—171 < . For 7 > 7' the equality 7 — 7/ < [ is clearly seen if one uses
the Lehmann representation in Eq. (9.19) to get a factor exp (— [ — 7+ 7] E,)), and,
likewise, the second equality is obtained if 7 < 7'. Thirdly, we have the property

CaB(T) = £CaB(T + ), (9.20)

which again follows from the cyclic properties of the trace. The proof of Eq. (9.20) for
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T<01is

1
Cap(t+p) = —Tr e*ﬂHe(TJ“ﬁ)HAe*(TJ“ﬁ)HB]
=—Tr —eTHAefTHefﬁHB]

= —"Tr —e_ﬂHBeTHAe_TH]

S :e_ﬂHBA(T)]

= £Cap(7), (9.21)

and similarly for 7 > 0.

9.1.1 Fourier transform of Matsubara Green’s functions

Next we wish to find the Fourier transforms with respect to the “time” argument 7.
Because of the properties above, we take C4p(7) to be defined in the interval —f5 < 7 < 3,
and thus according to the theory of Fourier transformations we have a discrete Fourier
series on that interval given by

1

CaB(n) = 5 /ﬂdT e™TIBC A B(T), (9.22a)
1 —

Cap(r) =2 > e ™/PC p(n). (9.22h)
Bn:—oo

However, due to the symmetry property (9.21) this can be simplified as

1 e 1 /0 ,
Cap(n) = 5/ dr e”"T/ﬂCAB(T) + 5/ dr e”"T/ﬁCAB(T),
0 -B

1 e 1B
= 5/ dr e”"T/ﬂCAB(T) + e_”r"E/ dr e”"T/ﬂCAB(T —p),
0 0

. G
= % (1 j:e_“m)/ dr ™7 /8C 4 (1), (9.23)
0

and since the factor (1 + e*””) is zero for plus sign and n odd or for minus sign and n
even and 2 otherwise, we obtain

B )
CAB(n):/ dTe”mT/ﬂCAB(T), {
0

From now on we use the following notation for the Fourier transforms of the Matsubara
Green’s functions

n is even for bosons,
n is odd for fermions.

(9.24)

. B _ w, = Z"T”, for bosons,
Capliw,) = / dr € TC o5 (7). i _ (9.25)
0 wp = ~—5—, for fermions.
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The frequency variable w,, is denoted a Matsubara frequency. Note how the information
about the temperature is contained in the Matsubara frequencies through £.

Finally, we remark that the boundaries of the integral foﬂ dr in Eq. (9.25) leads to a
minor ambiguity of how to treat the boundary 7 = 0, for example if C4p5(7) includes a
delta function §(7). A consistent choice is always to move the time argument into the
interior of the interval [0, 8], e.g replace 6(7) by §(7 — 0T).

9.2 Connection between Matsubara and retarded functions

We shall now see why the Matsubara Green’s functions have been introduced at all. In
the frequency domain they are in fact the same analytic function as the usual real times
Green’s functions. In other words, there exists an analytic function Cap(z), where 2z
is a complex frequency argument in the upper half plane, that equals C4p(iw, ) on the
imaginary axis and C%5(w) on the real axis. This means that once we have one of the
two, the other one follows by analytic continuation. Since it is in many cases much easier
to compute the Matsubara function, C4p(iw, ), this is a powerful method for finding the
corresponding retarded function. Indeed we shall now show that the appropriate analytic
continuation is Oy (w) = Cap(iw, — w + in),where 7 is a positive infinitesimal.

The relation between the two functions C4p and C EB is proven by use of the Lehmann
representation. In Sec. 7.3.3 we calculated the retarded single particle Green’s function
and the result Eq. (7.46) can be carried over for fermions. In the general case we get

1 (n|A|n"y (n"|B|n) s _ _
R _ BE, _ (1) e PE. .2
Ciplw) ZZerEn—En,Hn(e (e ), (9.26)

nn'

The Matsubara function is calculated in a similar way. For 7 > 0, we have

Catr = [0
_ —7]_ e,ﬂEn <n |A| nl> <7’LI |B| 7’L> eT(En*En’)’ (927)

nn'
and hence

B -
Cap(iw,) = / cl7e“"nf71 > e B (n|Aln') (n'|B|n)eTFrEn),
0

nn'

1 Aln/y (n'|B ;
_ _Ze_gEn (n|A|n") (n'|B|n) (ezwnﬂeﬁ(En—En') _ 1)

)

7 “ an + En - En’
nn
_ -1 N (n|A|n') (n'|B|n) (ieﬂ(En—E‘n/) _ 1)
Z iwy, + Ep — By
1 < (n]Aln') (n'|B|n) ( pE N2
_1 (4 ) 9.28
Z% Z‘o.)n‘i‘En_E'n’ ‘ ( )6 , ( )
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Egs. (9.26) and (9.28) show that C4p(iw,) and C¥5(w) coincide and that they are just
special cases of the same function, because we can generate both C4p(iw,) and C¥y(w)
from the following function defined in the entire complex plane except for the real axis

Cut= £ A o0

nn'
This function is analytic in the upper (or lower) half plane, but has a series of poles at
E,, — E,» along the real axis. According to the theory of analytic functions: if two function
coincide in an infinite set of points then they are fully identical functions within the entire
domain where at least one of them is a regular function and, furthermore, there is only
one such common function. This means that if we know C45(iw,) we can find C§5(w) by
analytic continuation:

Chp(w) = Capliw, — w +in). (9.30)

Warning: this way of performing the analytic continuation is only true when C4p(iw,,) is
written as a rational function which is analytic in the upper half plane. If not, it is not
obvious how to perform the continuation. For example look at the definition in Eq. (9.25).
If we naively insert iw, — w + in before doing the integral, the answer is completely
different and of course wrong. Later we shall see examples of how to perform the analytic
continuation correctly.

To summarize: Using the Lehmann representation we have shown that there exists
a function Cyp(z) which is analytic for z not purely real and which coincides with the
Matsubara function, i.e. Ca4p(z = iwy,) = Cap(iw,). On the real axis coming from above
this function is identical to the retarded function, i.e. Cap(z = w +1i07) = C{z(w).
However, it is not a simple task to determine C'4p(z) unless it has been reduced to an
rational function as in Eq. (9.28), where it is evident that the replacement in (9.30)
tw, — z = w + 1 gives the right analytic function. This is illustrated in Fig. 9.1.

9.2.1 Advanced functions

The function C4p(z) is analytic for all z away from the real axis. Therefore instead of the
continuation in the upper half plane, we could do the same thing in the lower half plane
tw, — 2z — w — i1, which gives the so-called advanced Green’s function,

Cip(w) = Capliw, = w —in). (9.31)
The advanced Green’s function is in the time domain defined as
CApt.t)) =it (' — 1) <[A(t), B(t)] , F> . (9.32)

The term “advanced” means that it gives the state of the system at previous times
based on the state of system at present times. The retarded one, as was explained in
Chap. 6, gives the present state of the system as it has evolved from the state at previous
times, i.e. the effect of retardation.
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Im 2z

S

Wy — w1
y(wn) — GR(w)

I Re 2

G(iw,) — GA(w)
Wy —> W — 1N

Figure 9.1: The analytic continuation procedure in the complex z-plane where the Mat-
subara function defined for z = ¢k, goes to the retarded or advanced Green'’s functions
defined infinitesimally close to real axis.

9.3 Single-particle Matsubara Green’s function

An important type of Matsubara functions are the single-particle Green’s function G. They
are defined as

G (ror,x'or’) = — <TT (\Ifa(r,T)\IfL(r', T'))> , real space, (9.33a)

G (vr,V'r') = — <TT (CV(T)C:[/, (T'))>, {v} representation. (9.33b)

9.3.1 Matsubara Green’s function for non-interacting particles

For non-interacting particles the Matsubara Green’s functions can be evaluated in the
same way we found the retarded Green’s function in Sec. 9.3.1. Suppose the Hamiltonian
is diagonal in the v-quantum numbers

H,= Zsyc:ﬂcy, (9.34)
124

so that

THocyefTHo — g VT

c,(t)y=¢e c:r, (ry=¢e cl,efTHO = eg”TcJL, (9.35)

which gives

Go (1/, T — 7") = — <TT (c,j (1) c:r, (7"))> ,
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For fermions this is

Gor(v,T—7)==[0(1=7) (1 =np()) -0 (7 —7)nple,)] e ™) (9.37)
while the bosonic free particle Green’s function reads

Gop (vt =7') == [0 (7 =7) (L4 np(e,) +0 (7 =7)np(e,)] e (9.38)

In the frequency representation, the fermionic Green’s function is
. g ik .
Go.r (s i) = / dr ™Gy p (1,7),  ikn = (20 + 1) /B
0

B .
=—(1—ng(e)) / dr e’k”Te_E"T,
0

=~ (= np () e (e - 1),

tky, — €y
! (9.39)
ik, —e, '
because e*nf = —1 and 1 — ny () = (e7P* + 1)_1, while the bosonic one becomes
- ﬂ 7 -
Go.n (vi42) = [ dr "G (1) igy = 207/
0
B .
=—(1+ng()) / dre'"Te w7,
0
1 .
= —(1 . (ZQnﬁ 7€I/ﬂ_1>,
(1+ng(ey)) e e'"Pe
1
= 9.40
tqn — Ev ( )
because e"f =1 and 1+ng () = — (e77 — 1)_1. Here we have anticipated the notation

that is used later: Matsubara frequencies ik, and ip, are used for fermion frequencies,
while i¢,, and iw,, are used for boson frequencies.

According to our recipe Eq. (9.30), the retarded free particles Green’s functions are
for both fermions and bosons

1

Go' () = Sy
14

(9.41)
in agreement with Eq. (7.51).

9.4 Evaluation of Matsubara sums

When working with Matsubara Green’s functions we will often encounter sums over Mat-
subara frequencies, similar to integrals over frequencies in the real time language. For
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example sums of the type

1 .
Si(v.r)==> G (vikn) €™, 7>0, (9.42)
B ik
or sums with products of Green’s functions. The imaginary time formalism has been

introduced because it will be used to perform perturbation expansions, and therefore the
types of sums we will meet are often products of the such free Green’s functions, e.g.

1

3 > Go (1, ikn) Go (va, ik + iwy) €77, 7> 0. (9.43)

tkn

82 (Vla va, 7:"‘)77,77—) =

This section is devoted to the mathematical techniques for evaluating such sums. In order
to be more general, we define the two generic sums

1 .
St (r) = E Zg (iky) e*n™ ik, fermion frequency (9.44a)
ikn
1 .
SB(r) = 5 Zg (iwy) "7, iw, boson frequency (9.44b)
Wy

and study them for 7 > 0.

To evaluate these, the trick is to rewrite them as integrals over a complex variable and
to use residue theory. For this we need two functions, n (z), which have poles at z = ik,
and z = iw,, respectively. These functions turn out to be the well known Fermi and Bose
distribution functions

1
ne(z) = BT poles for z =i(2n + 1)7/p, (9.45a)
1 .
np(z) = L poles for z = i(2n)mw/3. (9.45b)
The residues at these values are
. (2 —iky) . ) 1
Res e ()l = I~y =M o1~ 5 (9.462)
. (z — iwy) . ) 1
zlifwsn g (2)] z—l>%n efz 41 6E>I(l) efiwnehd — 1 I5} (9.46b)

According to the theory of analytic functions, the contour integral which encloses one of
these points, but no singularity of g (z), is given by

?{dz nr (z) g (2) = 2w Res [np(2) g (ik,)] = —%g (tky) , (9.47)

z=tikn

for fermions and similarly for boson frequencies

—

%dz np(2)g(z) =2mi Zlieksn np (z) g (iwy)] = Bg (twy,) . (9.48)



9.4. EVALUATION OF MATSUBARA SUMS 149

Figure 9.2: The contour used to perform the Matsubara sum for a function with known
poles, z;. The contribution from the contour goes to zero as |z| — oo and hence the
contributions from the z = ik,, and z = z; poles add up to zero.

If we therefore define contours, C, which enclose all point z = ik, in the fermionic case
and all points z = iw, in the bosonic case, but only regions where g (z) is analytic, we can
write

dz

St =— /C 37 "'F (2) g (z)e’T, (9.49a)
dz

SB =+ . 5B (2) g (z) €. (9.49b)

In the following two subsections, we use the contour integration technique in two special
cases.
9.4.1 Summations over functions with simple poles

Consider a Matsubara frequency sum like Eq. (9.43) but let us take a slightly more general
function which could include more free Green’s function. Let us therefore consider the sum

1 )
Sp () = 3 ZQO (ikn) €®n7, 7 >0, (9.50)
ik

where gy (z), has a number of known simple poles, e.g. in the form of non-interacting
Green’s functions like (9.43)

90 (2) =] ! (9.51)

)
Z—Z]

J

where {z;} is the set of known poles and hence gy (z) is analytic elsewhere in the z-plane.
Because we know the poles of gy a good choice for a contour is to take one that covers
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the entire complex plane Co : 2 = Re'” where R — oo, see Fig. 9.2. Such a contour
would give us the contribution for poles of ng (z) plus the contributions from poles of
go (z). Furthermore, the contour integral itself gives zero because the integrand goes to
zero exponentially for z € C, (remember 0 < 7 < 3)

e €77 elT=FIRez _, 0 for Rez > 0,
n(z)e” = JCERIE { eTRez 0, for Rez < 0. (9:52)
Hence
dz
. 2mi
Zga (ikn) €7+ " Res [go (2)] nr (27) €77, (9.53)
an 7 2=2z;
and thus
Z Res (90 (2)] nE (25) ™7, (9.54)

The Matsubara sum has thus been simplified considerably and we shall use this formula
several times during the course. For bosons the derivation is almost identical and we get

—Zgo iwy) €T = 7 ( 2562 90 ()] np (25) €77 (9.55)

iwn,

9.4.2 Summations over functions with known branch cuts

The second type of sums we will meet are of the form in Eq.(9.42). If it is the full Green’s
function, including for example the influence of interaction, we do not know the poles of
the Green’s function, but we do know that it is analytic for z not on the real axis. This
general property of the Green’s function was shown in Sec. 9.2.

In general, consider the sum

BZQ (iky) €*n7, 7 >0, (9.56)
ikn

where it is known that ¢ (z) is analytic in the entire complex plane except on the real
axis. A contour which includes all points z = ik, and no singularities of ¢ is therefore
C = C1+Cs depicted in Fig. 9.3. As for the example in the previous section, see Eq. (9.52),
the part where |z| — oo does not contribution to the integral and we are left with the
parts of the contour running parallel to the real axis. They are shifted by an infinitesimal
amount 7 away from the real axis on either side

s@==[ 59,
= L T denp (@) o (e i) — g (e —im)] . (9.57)

2w J_
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Figure 9.3: The contour used to perform the Matsubara sum for a function with known
branch cuts, i.e. it is known to be an analytic function in the entire complex plane exempt
on the branch cuts. The contribution from the outer parts of the contour goes to zero as
|z| = oo and hence only the paths parallel to the cut (here the real axis) contribute.

For example, the sum in Eq. (9.42), becomes in this way

1 o

S1 (VaT) = _% ~ denp (5) [g (V76+i77) —g(l/a5—i77)] e,
1 o
=5 . denp () 20 Im [GF (v,e)] 7
= /OO de nr (e) A(v,e) e, (9.58)
oo 2T

according to the definition of the spectral function in Eq. (7.49). In the second equality
we used that G(e —in) = [G(e + in)]* which follows from Eq. (9.28) with A = ¢, and

B = c:r,. Now setting 7 = 07, we have in fact found an expression for the expectation
value of the occupation, because

(clc,,) =g (1/,7 = 0_)

=8 (v,07) = % > G (vyiky)e 0"
ikn

_ / T @) Ae), (9.59)

oo 2T

which agrees with our previous finding, Eq. (7.57).
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9.5 Equation of motion

The equation of motion technique, used in Chap. 8 to find various Green’s functions,
can also be used for the Matsubara functions. In the imaginary time formalism the time
derivative of an operator is

O, A(1) =0, (e"HAe ™) = ™ [H, Ale ™ = [H, A] (1) (9.60)

If we differentiate the Matsubara function Eq. (9.17) with respect to 7, we obtain

~0:Cap (r— ) = 5 (0~ 7) (A (1) B (7)) 06" —7) (B (') A(7)).
= 6(r — 7') (AB — (£)BA) + (T ([H, Al (1) B (7)) ,
where the minus sign in (AB — (+)BA) is for fermion operators, whereas the plus sign
should be used for boson operators.

For the single-particle Green’s functions defined in Eqgs. (9.33), we then get for both
fermion and boson Green’s functions

—0,G (rr,x'7) = 8(r — )o(r — ') + <TT[H, U (r)] () O (¢, T')> , (9.61a)
—0;G (v, V') = 6(1 — 7)oy + <TT[H, ¢, ] (1) CJL, (7")> . (9.61b)
For non-interacting electrons the Hamiltonian is quadratic, i.e. of the general form
Ho = / dr UT (r) ho (r,v') U (1), (9.62a)
= turcle,. (9.62b)

In this case, the equations of motion therefore in the two representations reduce to

—9,G (rT, r'T') — /dr " hg (r,r") Go (r”T, r'T') =0 (T - T') ) (r - r') , (9.63a)
—0; go vtV 7' thugo ', ) =4 (7’ — T') Oyt (9.63b)

or in matrix form
Go'Go=1, Gy =—0: — Hy. (9.64)

This equation together with the boundary condition G (7) = +G (7 + ) gives the solution.
For example for free particle those given in Egs. (9.37) and (9.38).

9.6 Wick’s theorem

We end this rather technical part by proving an extremely useful theorem, which we will
need later when doing perturbation theory, and which is used in the example ending this
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chapter. The theorem - called Wick’s theorem - states that for non-interacting particles,
i.e. when the Hamiltonian is quadratic, higher order Green’s function involving more than
one particle can be factorized into products of single-particle Green’s functions.

Consider an n-particle Green’s function defined as

G5 (s VT AT )
= (1" (T [, (m) -0, (r)el, (7h) el ()], - (9.65)

The average is taken with respect to a non-interacting Hamiltonian Hy (like Eq. (9.62)),
which we have indicated by the subscript 0. The time-evolution is also with respect to H
and it is given by

é(r) = eTHoge THo, (9.66)

The expression in (9.65) is indeed quite complicated to look at if we write out all the
possible orderings and the conditions for that particular ordering. For example if n = 2,
there are 4 time arguments which can be ordered in 4! different ways. Let us simplify the
writing by defining one operator symbol for both creation and annihilation operators

¢y (75), VS [lvn]v
d; (o;) = { AR . (9.67)
j\9j cVE2n+1—j)(T(2n+1_j)), Jj € [n+1,2n],
and furthermore define the permutations of the 2n operators as
P(dy (01) -+ doy (02,)) = dp,(0p,) -+ dPgn(UP2n)7 (9.68)

where P; denotes the j'th variable in the permutation P (e.g. define the list (a,b,c) and
the permutation (c,a,b) then P = (3,1,2)). Which permutation is the correct one of
course depends on how the time arguments in (9.65) are really ordered. Therefore if we
sum over all permutations and include the corresponding conditions, we can rewrite gé”)
as

Gt vdon) = (=1 S (E)" 8(op, —0p)-+-0(0p  —o0p)
PeSa,

< (T: (dp, (op,) -+ dp, (op,)) ). - (9.69)
where the factor (£1)7 takes into account that for fermions (minus sign) it costs a sign
change every time a pair of operators are commuted.

The easiest way to show Wick’s theorem is through the equation of motion for the n-
particle Green’s function. Thus we differentiate g[(]”) with respect to one of time arguments,
T1,... ,Tn. This gives two kinds of contributions: the terms coming from the derivative of
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the theta functions and one term from the derivative of the expectation value it self. The
last one gives for example for 7

= = (=" (T [(Ho,e, ) () -+, (r) &l (70) -2l (1))

] last term

which is similar to the derivation that lead to Eqgs. (9.63) and (9.64), so that we have

0 " n
(‘E - H0i> gy = -0 Gi". (9.71)

(3
On the right hand side the derivative only acts on the theta functions in Eq. (9.69) and
on the left hand side Hy; is the first quantization Hamiltonian acting on the variable v;.
Take now for example the case where 7; is next to TJI-. There are two such terms
!

in (9.69), corresponding to 7; being either smaller or larger than 7}, and they will have

different order of the permutation. In this case G (n) has the structure
6" = [0(r—1))-] <"'Cvz- (TZ.)CZ;_ (ij.)...>
+ [0 —7) ] <---cl,. (7)) e, (Ti)--->, (9.72)

J

and when this is differentiated with respect to 7; it gives two delta functions, and hence
(9.73)

We can pull out the equal time commutator or anti-commutator for boson or fermions,
respectively

[cui (1) ¢l (Ti):| =0y, 1 (9.74)
J B,F t
If 7; is next to 7; instead of TJI-, we get in the same manner the (anti-)commutator
e, (1) e, ()] =0, (9.75)

which therefore does not contribute. The number of creation and annihilation operators
has thus both been reduced by one, and it leaves a Green’s function which is no longer an
n-particle Green’s function but an (n — 1)-Green’s function. In fact, we saw a special case
of this in Eq. (9.63) where a one-particle Green’s function was reduced to a zero-particle
Green’s function, i.e. a constant. What we have not determined is the sign of the new
(n — 1)-Green’s function, and this sign denoted (—1)* will (for fermions) depend on the 7;
in question. Besides this undetermined sign, our equation of motion (9.71) now looks like

4

9 m_\ (
. ’ x ~(n—1) N I
(— 5 Hyi ) Gy’ = E (5,,1_,,,;_(5 (i — ) (1) G, (1/171, VTR VLT S UpTh)-
i .
j=1 without 4 without j

(9.76)
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Let us collect the signs that go into (—1)*: (—1) from (—3;), (—1)" from the definition
n (9.65) [(=1)" ]~ from the definition of G("~Y, and for fermions (—1)"~**"=J from
moving ¢, next to ¢, . Hence
J 12
fermions: (—1)" = — (=1)" (=1)"~ ( 1)2n=i0 = (—1)7F (9.77a)
bosons : (—1)" = — (=1)" (=)} " =1, (9.77b)

Now Eq. (9.76) can be integrated and because g(()”) has the same boundary conditions
as Gy, i.e. periodic in the time arguments, it gives the same result and hence

g[(]”) = Z (£)"+ G, (vimi vj7}) génfl)(ylfrl, e Up T 1/17'1, o UnT). (9.78)
j=1

without 2 w1th0ut ki

By continuation of this procedure the n-particle Green’s function is reduced to a product
of n one-particle Green’s functions. Starting with + = 1 and continuing all the way to
1 =n, we get

g(()") (1Ts e e U T AT e Z Z Z L)L ()

J1=1 ja#j1 JnFin—1
x Go (1/17'1, l/lejl) - Go (l/nTn, 1/; TJI ) . (9.79)

This formula is recognized as the determinant or permanent

Go (L,1') --- Go (L)
gé”) (1,....m1',....0) = : : , 0= (v, ™) (9.80)
gU (n7 ]',) e gU (n7 n,) B,F
where we used a shorthand notation with the orbital and the time arguments being col-
lected into one variable, and where the determinant |-|p  means that for fermions it is
the usual determinant, while for bosons it should be understand as a determinant where
all have terms come with a plus sign (denoted a permanant); this is Wick’s theorem.

9.7 Example: polarizability of free electrons

In Sec. 7.5 we calculated the polarizability of non-interacting free electrons. In order to
illustrate the working principle of the imaginary time formalism, we do it again here.

The starting point is the physical quantity which is needed: the frequency dependent
retarded charge-charge correlation function, xf (q,w), which follows from the correspond-
ing Matsubara function by

X (q,w) = X (q,ign — w +1i0) . (9.81)
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In order to find x (q,iq,) we start from the time-dependent x

Xo @) = =35 (T (p(a, ) p(~a)y (9.82)

and expresses it as a two-particle Green’s function

xol@n) =5 3 T (dy Megar D eptieqr)), - O8)

kK oo’

By Wick’s theorem this is given by a product of single-particle Green’s functions with
all possible pairings and with the sign given by the number of times we interchange two
fermion operators, i.e.

=0 for ¢£0
a.7) = S (T (e 6l )) (T (c0mqor 0y (7)) = STotay (o (.
k,k’
= % Z Go (k+qo,7) Gy (ko,—7) . (9.84)
ko

where we consider only ¢ # 0 and use that G, (k, k’) ¢ O ! -

The next step is to calculate the frequency dependent function, i.e. to Fourier transform
the product (9.84). The Fourier transform of a product in the time domain a convolution in
the frequency domain. Because one function has argument 7 while the other has argument
—7, the internal frequencies in the two come with the same sign

Xo (ign) = BZ Zgo k + qo, ik, + ign) Gy (ko, ikn) . (9.85)

ikn

The sum over Matsubara frequencies has exactly the form studied in Sec. 9.4.1. Re-
membering that G, (ko,ik,) = 1/ (ik, — ) ), we can read off the answer from Eq.(9.54)
by inserting the poles of the two Gy(ko,z) (2 = ¢, and z = g, , — igy) and obtain

(qv an - Z ng 6k g[] (k +qo, €k + an) + nF(sk—i-q an)gO (kO’ Ek—l—q an)

_ 21 Z nrle) =) (9.86)
iy + & — €kiq

Here we used that

1 1
ePoreBitn 41 P 417

ng (5k+q —iqy) = (9.87)

because iw, is a bosonic frequency. After the substitution (9.81) Eq. (9.86) gives the
result we found in Eq. (7.81).
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9.8 Summary and outlook

When performing calculations of physical quantities at finite temperatures it turns out
that the easiest way to find the “real time” introduced in Chap. 7 is often to go via the
imaginary time formalism. This formalism has been introduced in this chapter, and in the
following chapters on Feynman diagrams it is a necessary tool. There you will see why it
is more natural to use the imaginary time Green’s function, also called Matsubara Green’s
function. The reason is that the time evolution operator and the Boltzmann weight factor
can be treated on an equal footing and one single perturbation expansion suffices. In the
real time formalism there is no simple way of doing this.

We have also derived some very useful relations concerning sums over Matsubara fre-
quencies. The things to remember are the following.

Non-interacting particle Green’s function, valid for both bosons and fermions

Go (v, iwn) = # (9.88)

Wy, — €y

Matsubara frequency sum over products of non-interacting Green’s functions (for 7 > 0)

1 .
SF(r)= 3 Zgo (iky) e*nT = Z Res (g0 (25)) nr (z5) €¥7, ik, fermion frequency,

ikn J
(9.89a)
SB(r)= % Zgo (iwy,) €47 = — Z Res (g0 (2j)) np (2j) €7, iw, boson frequency,
- ’ (9.89Db)
with go(2) = [[;1/(2 — ;). If we perform a sum over functions where the poles are

unknown but where the branch cuts are known, we can use a contour depicted in Fig. 9.3.
For example if g(ik,) is known to be analytic everywhere but on the real axis we get

S" (1) = 5 L gt e == [~ Enee)lgle +in) gl — in)

271
ikn -
== [ e o) - ). (9.90)

Finally, we proved an important theorem, Wick’s theorem, which says that for non-
interacting an n-particle Green’s function is equal to a sum of products of single-particle
Green’s functions, where all possible pairings should be included in the sum. For fermions
we must furthermore keep track of the number of factors —1, because each time we inter-
change two fermion operators we must include a factor -1. The end result was

Go(1,1') -+ Go(1,n))
G (1, st ) = : : ;1= (), (991)
Go(n, 1) -+ Go(n,n') B,F
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Chapter 10

Feynman diagrams and external
potentials

From the previous chapters on linear response theory and Green’s functions, it is clear
that complete calculations of thermal averages of time-dependent phenomena in quantum
field theory are a rather formidable task. Even the basic imaginary time evolution oper-
ator U(T) itself is an infinite series to all orders in the interaction V(r, 7). One simply
faces the problem of getting lost in the myriads of integrals, and not being able to main-
tain a good physical intuition of which terms are important. In 1948 Feynman solved
this problem as part of his seminal work on quantum electrodynamics by inventing the
ingeneous diagrams that today bear his name. The Feynman diagrams are both an exact
mathematical representation of perturbation theory to infinite order and a powerful pic-
torial method that elucidate the physical content of the complicated expressions. In this
chapter we introduce the Feynman diagrams for the case of non-interacting particles in an
external potential. Our main example of their use will be the analysis of electron-impurity
scattering in disordered metals.

10.1 Non-interacting particles in external potentials

Consider a time-independent Hamiltonian H in the space representation describing non-
interacting fermions in an external single-particle potential V (r):

H=Hy+V=> /dr Ul (r) Ho(r) ¥, (r) + /dr Tl (r)V (r)T, (r). (10.1)

As usual we asume that the unperturbed system described by the time-independent Hamil-
tonian Hj is solvable, and that we know the corresponding eigenstates |v) and Green'’s
functions GO. In the following it will prove helpful to introduce the short-hand notation

(ry,00,7) = (1)  and /dl :UZ/drl /Oﬁdﬁ (10.2)

159
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for points and integrals in space-time.

We want to study the full Green’s function, G(b,a) = —(T, ¥ (b)¥T(a)), governed by
H, and the bare one, G°(b,a) = —(T. ¥ (b)¥f(a))y, governed by Hy. We note that since
no particle-particle interaction is present in Eq. (10.1) both the full Hamiltonian H and
the bare Hj have the simple form of Eq. (9.62), and the equations of motion for the two
Green’s functions have the same form as Eq. (9.63):

[—0,, —Ho(b)] G°(b,a) =6(b—a) & [0, —H(b)+V(b)]G°(b,a) =d(b—a) (10.3a)
[0, —H()] G(b,a) =6(b—a) < G(b,a) = [0, —H(D)]™" 6(b—a), (10.3b)

T

where we have also given the formal solution of G, which is helpful in acquiring the actual
solution for G. Substituting 6(b — a) in Eq. (10.3b) by the expression from Eq. (10.3a)
yields:

[0, —H(b)]G(b,a) = [0, —H(b)+V(b)]G°(b,a)
= [0, —H()]G°(b,a) + V(b) G°(b,a) (10.4)
= [0, —H(1)]G°(b,a) + /dl s(b—1)V(1)G°(1,a).

Acting from the left with [0, — H (b)]7! gives an integral equation for G, the so-called
Dyson equation,

G(b,a) = G (b, a) +/d1 G(b,1) V(1) G°(1,a), (10.5)

where we have used the second expression in Eq. (10.3b) to introduce G in the integrand.
By iteratively inserting G itself in the integrand on the left-hand side we obtain the infinite
perturbation series

G(b,a) = go(b,a)+/d1g0(b,1) V(1) G°(1,a)
+/dl/d2 G%(b,1) V(1) G°(1,2) V(2) G°(2,0) (10.6)

0 0 0 0
+/d1/d2/d3g (b, 1) V(1) G°(1,2) V(2) 6°(2,3) V(3) G°(3,a) + ...

The solutions Egs. (10.5) and (10.6) for G are easy to interpret. The propagator, G, of
a fermion in an external potential is given as the sum of all possible processes involving
unperturbed propagation, described by G, intersected by any number of scattering events
V. So in this simple case there is really no need for further elucidation, but we will anyway
proceed by introducing the corresponding Feynman diagrams.

The first step is to define the basic graphical vocabulary, i.e. to define the pictograms
representing the basic quantities G, G°, and V of the problem. This vocabulary is known
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as the Feynman rules:

b b
G(b,a) = G’ (b,a) = /le(l)... = %1 (10.7)

a a

Note how the fermion lines point from the points of creation, e.g. Uf(a), to the points of
annihilation, e.g. ¥ (b). Using the Feynman rules the infinite perturbation series Eq. (10.6)
becomes

b ) b b
1
= A + 1+ + ... (10.8)
2
a ® a a

In this form we clearly see how the full propagator from a to b is the sum over all possible
ways to connect a and b with bare propagatores via any number of scattering events. We
can also perform calculations by manipulating the diagrams. Let us for example derive an
integral form equivalent to Eq. (10.5) from Eq. (10.8):

b ) ) b
1
b 1
= A + x|e1 + + 2+, = A + x1 (109)
1 2
3
a [ N4 a a a o Q Qa

which by using the Feynman rules can be written as
G(b,a) = G°(b,a) + /dl GO(b,1) V(1) G(1, a). (10.10)

The former integral equation Eq. (10.5) for G is obtained by pulling out the bottom part
V(n) G(n,a) of every diagram on the right hand side of Eq. (10.8), thereby exchanging
the arrow and the double-arrow in the last diagram of Eq. (10.9).

This is a first demonstration of the compactness of the Feynman diagram, and how
visual clarity is obtained without loss of mathematical rigor.
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10.2 Elastic scattering and Matsubara frequencies

When a fermion system interacts with a static external potential no energy is transfered
between the two systems, a situation refered to as elastic scattering. The lack of energy
transfer in elastic scattering is naturally reflected in a particularly simple form of the
single-particle Green’s function G(ik,,) in Matsubara frequency space. In the following the
spin index o is left out since the same answer is obtained for the two spin directions.

First we note that since the Hamiltonian H in Eq. (10.1) is time-independent for static
potentials we know from Eq. (9.19) that G(r7,r'7’) depends only on the time difference
7 — 7', and according to Egs. (9.22b) and (9.25) it can therefore be expressed in terms of
a Fourier transform with just one fermionic Matsubara frequency ik,,:

/6 N !
Grr,x'7r") = =3 Zg r,v';ik,) e (7T G(r,r';ik,) :/ drG(rr,x'r') eFn(T=7),

0
(10.11)

The Fourier transform of the time convolution [dr; G°(m, — 1)V G(m — 7,) appearing in
the integral equation of G is the product G%(ik, )V G(ik,). The elastic scattering, i.e. the
time-independent V', cannot change the frequencies of the propagators. In Matsubara
frequency space the Dyson equation Eq. (10.10) takes the form

g(rbv L) an) = gO (rbv Fys an) + /drl gO (rbv ry; an) V(l) g(rlv Fys an) (1012)

As seen previously, the expressions are simplified by transforming from the |r)-basis to the
basis |v) which diagonalizes Hy. We define the transformed Green’s function in this basis
as follows:

G = /drdr' (v|e)G(r, o) (') & G(r,r') = % Z(r|y>gl,,/(1/'|r'>. (10.13)

vv!

In a similar way we define the |v)-transform of V (r) as V,,» = [dr (v|r)V (r)(r|//). In the
|v,ik, ) representation the equation of motion Eq. (10.3b) for G is a matrix equation,

> iky — €)6, 0 = Viur) Gur o (ikiy) =6, or [ik,1 — Eg— V] G(ik,) =1, (10.14)

V”

where E is a diagonal matrix with the eigenenergies £, = ¢, — p along the diagonal. We
have thus reduced the problem of finding the full Green’s function to a matrix inversion
problem. We note in particular that in accordance with Eq. (9.40) the bare propagator
GY has the simple diagonal form

Z(an - &V)5V7y” gg”,y’ (an) = 51/71/’ = gg,u’ (an) = m 51/,1/" (10]‘5)

We can utilize this to rewrite the integral equation Eq. (10.12) as a simple matrix equation,

g(l/bl/a;ikn) :51’1,,”(1 gO( Va avZk +Zg bebazk )VVbl/c g( Velast ) (1016)

Ve

v
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We can also formulate Feynman rules in (v, ik, )-space. We note that Gy is diagonal in
v, while V is a general matrix. To get the sum of all possible quantum processes one must
sum over all matrix indices different from the externally given v, and v,. The frequency
argument is suppressed, since the Green’s functions are diagonal in ¢k, .

Yy Yy

Va vy, 14

— 0o _ _ L
Guve = Gyowa = Oy vk = T— Vi * (10.17)

v, v,

Using these Feynman rules in (v, ik, )-space we can express Dyson’s equation Eq. (10.16)
diagrammatically:

Y Vg Y
1%
_ b
= by + " (10.18)
1% 1% 1%

a a

10.3 Random impurities in disordered metals

An important example of elastic scattering by external potentials is the case of random
impurities in a disordred metal. One well-controlled experimental realization of this is
provided by a perfect metal Cu lattice with Mgl ions substituting a small number of
randomly chosen Cu' ions. The valence of the impurity ions is one higher than the host
ions, and as a first approximation an impurity ion at site P j gives rise to a simple screened
mono-charge Coulomb potential u;(r) = — (e} /|r — P|) e~I'=P;l/e  The screening is due
to the electrons in the system trying to neutralize the impurity charge, and as a result
the range of the potential is finite, given by the so-called screening length a. This will be
discussed in detail in Chap. 12.

(a) — o)
- P88 3 B0, B 550 Dra

xT

P T T

>

Figure 10.1: (a) A disordered metal consisting of an otherwise perfect metal lattice with
a number of randomly positioned impurities giving rise to elastic electron-impurity scat-
tering. (b) The electrical resistivity p..(7T') of the disordered metal as a function of tem-
perature. At high T the electron-phonon scattering dominates giving rise to a linear
behavior, while at low T" only the electron-impurity scattering is effective and gives rise to
the non-zero value p,, of p,, at T = 0.
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In Fig. 10.1(a) is sketched a number of randomly positioned impurities in an otherwise
perfect metal lattice. The presence of the impurities can be detected by measuring the
(longitudinal) resistivity p,, of the metal as a function of temperature. At high tempera-
ture the resistivity is mainly due to electron-phonon scattering, and since the vibrational
energy fiw (n+ %) in thermal equilibrium is proportional to k57", the number n of phonons,
and hence the electron-phonon scattering rate, is also proportional to T' (see e.g. Exer-
cise 3.2). At lower temperature the phonon degrees of freedom begin to freeze out and the
phase space available for scattering also shrinks, and consequently the resistivity becomes
proportional to some power « of T'. Finally, at the lowest temperatures, typically a few
kelvin, only the electron-impurity scattering is left preventing the Bloch electrons in mov-
ing unhindered through the crystal. As a result the resistivity levels off at some value, pq,
the so-called residual resistivity. The temperature behavior of the resistivity is depicted
in Fig. 10.1(b).

We postpone the calculation of the resistivity and in this section just concentrate
on studying the electron Matsubara Green’s function G for electrons moving in such a
disordered metal. We use the plane wave states |ko) from the effective mass approximation
Eq. (2.16) as the unperturbed basis |v).

Now consider Nimp impurities situated at the randomly distributed but fixed positions
P ;. The elastic scattering potential V'(r) then acquires the form

N.

imp
V(r)=> u(r—P,), P, israndomly distributed. (10.19)
j=1

Two small dimensionless parameters of the system serve as guides to obtain good
approximative solutions. One is stating that the ratio between the impurity density,
imp = Nimp /V, and the electron density n is much smaller than unity:

m
P« (10.20)

n

el

The other small parameter is stating that the strength of the scattering potential is weak.
We assume that the scattering potential u(r — P;) differs only significantly from 0 for
r—P j| < a, and that the characteristic value in that region is @. Weak scattering means
that @ is much smaller than some characteristic level spacing h?/ma? as follows:!

ma2

i 5 < min {1, kpa}. (10.21)

! Assume that u is only important in a sphere of radius a around the scattering center. The level spacing
for non-perturbed states in that sphere is near the ground state given by the size quantization hi*/ma’.
For high energies around, say ¢ = p°/2m, the level spacing is (9¢/9,) Ap = (p/m) (h/a) = ka h®/ma?,
where p = hk has been used. Thus u is weak if it is smaller than the smallest of these level spacings.
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10.3.1 Feynman diagrams for the impurity scattering

With the random potential Eq. (10.19) the Dyson equation Eq. (10.12) becomes

1rnp

G(ry,r,;ik,) = G (r,— +Z/dr1 (v, 13 ik,) u(r, —P;) G(r,, 1,5 ik,),
(10.22)

where we have used the fact that the unperturbed system is translation-invariant and
hence that G°(ry,r,;ik,) = G°(r; —r,;ik,). We now want to deduce the Feynman rules
for constructing diagrams in this situation. First expand the Dyson equation Eq. (10.22)
in orders n of the scattering potential u(r—P;), and obtain G(ry, r.) = > 7, G (ry,r,),
where the frequency argument %, has been suppressed. The n-th order term G (n) ig

1mp 1rnp

G (r,,r,) Z Z/drl. /dr (10.23)

X go(rb_rn) u(r, —P; )...u(r;—P;) GO (r,—r,) u(r; —P;)) GO (r,—r,).

This n-th order contribution can be interpreted as the sum over all processes involving
n scattering events in all possible combination of impurities. Naturally, we can never
hope to solve this problem exactly. Not only is it for all practical purposes impossible to
know where all the impurities in a given metallic sample de facto are situated, but even
if we did, no simple solution for the Green’s function could be found. However, if we are
satisfied with the answer to the less ambitious and more pratical question of what is the
average behavior, then we shall soon find an answer. To this end we reformulate Dyson’s
equation in k space since according to Eq. (10.15) GP of the impurity free, and therefore
translation-invariant, problem has the simple form:

G(ik,) = ﬁ, Go(r—r';ik,) ng (ik,,) e 1), (10.24)
n Sk

The Fourier transform of the impurity potential u(r—P j) is:

= % Z Ug el Ze P Ug e'd (10.25)
q

The Fourier expansion of G (r,,r,;ik,) in Eq. (10.23) is

1mp
¢M(r,r,) = > v" Z v2 Z vn = Z /drl. /dr (10.26)
J1--Jn n 1
ngb %gkn_luqnfl o uq2gk1uqlgka o Han P +ota, Py +a, P )

« Ky (T (r, rn)eianneikn71~(rn—rn71) o eti-r2eik1~(r2—rl)6iql~r16ika-(r1—ra)‘
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This complicated expression can be simplified a lot by performing the n spatial integrals,
fdrj el K=y — ) O k. Lt which may be interpreted as momentum conserva-
tion in each electron—impurit;f S(J:atterjing: the change of the electron momentum is absorbed
by the impurity. Utilizing these delta functions in the n q-sums leads to

N.
1 . . i |
g(n) (I‘bra) = —2 E elkb.rbeilka.ra E ﬁ E (1027)
V — Y
k.k, J1edn k,..k,

k " 0 0 —ilk,~k, )P, +..+(k ~kq)P; ]
ngbukb_knflgknfl U g, gkl Up, K, gka e n in i)

Introducing the Fourier transform QSZLQ of G (r,,r,) as

1 . .
g(n) (rbvra) _ W Z oKy Ty o —iKaTq gli:zca’ (1028)
k,k,
with
Nirnp
D D I e et T (10.29)
J1.-Jn
1 0 0 0 0
X anl Z gkbukb_knilgknil . Uk2_k1gkl e Ukl_kagka.
k. k,

we can now easily deduce the Feynman rules for the diagrams corresponding to gl((’ZLG:

(1) Let dashed arrows je--—e--4q,P; denote a scattering event uqe*iq'PJ.
(2) Draw n scattering events.
(3) Let straight arrows —e—— k denote G_.
(4) Let gga go into vertex el and ggb away from vertex en.
(5) Let G2 go from vertex j to vertex j + 1.
J
(6) Maintain momentum conservation at each vertex.
N,
(7) Perform the sums %Ek over all internal momenta k;, and >, ™" over P, .
7 n
(10.30)
The diagram corresponding to Eq. (10.29) is:
Py Py kPy kP
| | | |
gl(:ZLa = | S S yhs — ks yko—k; yk, -k, (10.31)
I I I I
kb ! knfl k3 s k2 2 k1 ! ka

This diagram is very suggestive. One can see how an incomming electron with momentum
k, is scattered n times under momentum conservation with the impurities and leaves the
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system with momentum k;. However, as mentioned above, it is not possible to continue the
study of impurity scattering on general grounds without further assumptions. We therefore
begin to consider the possiblity of performing an average over the random positions P i of
the impurities.

10.4 Impurity self-average

If the electron wavefunctions are completely coherent throughout the entire disordered
metal each true electronic eigenwavefunction exhibit an extremely complex diffraction
pattern spawned by the randomly positioned scatterers. If one imagine changing some
external parameter, e.g. the average electron density or an external magnetic field, each
individual diffraction pattern will of course change drastically due to the sensitivity of the
scattering phases of the wavefunctions. Significant quantum fluctuations must therefore
occur in any observable at sufficiently low temperatures.

Using modern nano-technology to fabricate small (but still macroscopic) samples, and
standard cryogenic equipment to cool down these samples to ultra-low temperatures, one
can in fact obtain an experimental situation where the electrons can traverse the sample
without loosing their quantum-mechanical phase coherence. In Fig. 10.2(a) is shown the
conductance trace of a GaAs nano-device, such as the one shown in Fig. 2.10, at 0.31 K
as a function of the electron density. This density can be controlled by applying a gate
voltage V, on an external electrode. The conductance G is seen to fluctuate strongly for
minute changes of V,. These fluctuations turn out to be perfectly reproducible as V, is
swept up and down several times.

As the temperature of a given sample is raised, the amount of electron-electron and
electron-phonon scattering increases because of an increased phase space for scattering
and an increased number of phonons. The quantum mechanical phase of each individual
electron is changed by a small random amount at each inelastic scattering event, and as a
result the coherence length [, for the electrons diminishes. At sufficiently high temperature
(e.g. 4.1 K) I, is much smaller than the size of the device, and we can think of the device
as being composed as a number of phase-independent small phase coherent sub-systems.
Therefore, when one measures an observable the result is in fact an incoherent average
of all these sub-systems. Note that this average is imposed by the physical properties of
the system itself, and this effective averaging is consequently denoted self-averaging. This
effect is illustrated in Fig. 10.2(b) where the conductance trace at 4.1 K is seen to be much
smoother than the one at 0.31 K, and where the many small phase coherent sub-systems
of the sample are indicated below the experimental graph.

For very large (mm sized) macroscopic samples [, is much smaller than the sample
size at all experimental realizable temperatures (7" > 10 mK for electron gases in metals
and semiconductors), and we are in the impurity self-averaging case. Mathematically,
the impurity average is performed by summing over all the phase-independent coherent
sub-systems and dividing by their number Ng,. But due to the random distribution of
the impurities, this average is the same as an average over the impurity position within a
single subsystem - as can be seen from Fig. 10.2. However, even on the rather small length
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Figure 10.2: (a) The measured conductance of a disordered GaAs sample at 7' = 0.31 K
displaying random but reproducible quantum fluctuations as a function of a gate voltage
Vy controlling the electron density. The fluctuations are due to phase coherent scattering
against randomly positioned impurites. Below is indicated that the phase coherence length
l, is large compared to the size of the sample. (b) The same system at T' = 4.1 K. The
fluctuations are almost gone due to the smallness of [, at this temperature. The sample
now contains a large number of independent but phase-coherent sub-systems of size [,. As
a result a substantial self-averaging occurs, which suppresses the quantum fluctuations.

scale [, the system is already homogeneous, and one can as well perform the position
average over the entire volume of the sample. Thus in the following we average over all
possible uncorrelated positions P j of the Ny impurities for the entire system:

! G =6, G _ Yk, Nsysgsysi b) Y Lap, . L [ap G
§< kbka>imp: k, ko ka:mi; k, ky.ka }) 1y 2 Nimp “ka

(10.32)

Here we have anticipated that the impurity averaged Green’s function is diagonal in k
due to the restoring of translation-invariance upon average. Some care must be taken
regarding the average over the impurity positions P ;e Any n-th order contribution to Gy
contains n scattering events, but they need not be on n different scatterers. In fact, any
number p, 1 < p < n of scatterers could be involved. We must therefore carefully sort out
all possible ways to scatter on p different impurities.

As mentioned in Eq. (10.20) we work in the limit of small impurity densities Mipp- FOL @
given fixed number n of scattering events the most important contribution therefore comes
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from processes involving just one impurity. Then, down by the small factor Nimp /1y, follow
processes involving two impurities, etc. We note that in Eq. (10.29) the only reference to
the impurity positions is the exponential ei(ql'Pfl+q2'PJ'2+"'+q”'Pjn), with the scattering
vectors q; = k; —k, ;. The sum in Eq. (10.29) over impurity positions in this exponential

is now ordered according to how many impurities are involved:

N. N.
mp mp .
i q, P, i(Xq, 9P
E 6’2[:1 q; le — § : e qHGQ 1/ hy
j 1, 7jn hl

1mp 1mp i )
+ E E E qz €Q; Uy )P, el(quze% %,)"Ph,

Q1UQ2=Q h1  h2
N,

im Nlm Nlm i ) .

Sl S P s
Q1UQ2UQ3=Q h1 h2 hs

. (10.33)

Here Q = {q;,9s,.-. ,q,} is the set of the n scattering vectors, while Q;UQ2U...UQ, = Q
denotes all possible unions of non-empty disjunct subsets spanning ). All the scattering
vectors in one particular subset (); are connected to the same impurity P, . Note, that
strictly speaking two different impurities cannot occupy the same position. However, in
Eq. (10.33) we let the j-sums run unrestricted. This introduces a small error of the order
1/N,; imp for the important terms in the low impurity density limit involving only a few
11rnpu1r1tles.2

Since all the p positions P, now are manifestly different we can perform the impurity
average indicated in Eq. (10.32) over each exponential factor independently. The detailed
calculation is straightforward but somewhat cumbersome; the result may perhaps be easier
to understand than the derivation. As depicted in Eq. (10.38) the impurity averaged
Green’s function is a sum scattering processes against the position-averaged impurities.
Since translation-invariance is restored by the averaging, the sum of all scatering momenta
on the same impurity must be zero, cf. Fig. 10.3. But let us see how these conclusions are
reached.

The impurity average indicated in Eq. (10.32) over each independent exponential factor
results in some Kronecker delta’s meaning that all scattering vectors qy; connected to the
same impurity must add up to zero:

i(Sq, ca; b, P / Sa, cop G,) P,
' dP,. hi=h "= . 10.34
<e imp V O’thiEQh A, ( )

This of course no longer dependes on the p impurity positions P, the averaging has
restored translation-invariance. The result of the impurity averaging can now be written

2This error occurs since our approximation amounts to saying that the (p + 1)-st impurity can occupy
any of the Nlrnp impurity sites, and not just the IV, —p available sites. For the important terms p < IV,
< 1

and the error is p/N;
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as

< felzl 19;°P > — Z H( imp quh co, 9, ) (10.35)

]177]” imp :1Qh Q h=1

which, when inserted in Eq. (10.29), leads to

Z Z H( imp 0 EQh i_k(hrl)))

k kn 1 Uh 1Qh Q h=1
0
X gk uk—kl gkl Ukl_k2gk2 e ukn—l_k gk . (1036)

<gk >1mp -

We note that due to the p factors containing J-functions there are in fact only n — 1 —p
free momenta sums %Zk, to perform. The remaining p volume prefactors are combined
with N;  to yield p impurity density factors Nimp = /V.

imp
The Feynman rules for constructing the n-th order contribuiton (gf{”)>imp to the im-
purity averaged Green’s function (Gy).  are now easy to establish:

1mp

imp

(1) Let scattering lines - - —&---q denote the scattering amplitude wu,.

(2) Let % denote a momentum conserving impurity averaged factor ”1mp5o Tq
(3) Let fermion lines ——a—— k denote the unperturbed Green’s function Gp.
(4) Draw p impurity stars. Let n; scattering lines go out from star 1, ny from
star 2, etc, so that the total number ny + ng + ... + n, of scattering lines is n.
(5) Draw all topological different diagrams containing an unbroken chain of n + 1

fermion lines connecting once to each of the n scattering line end-points.

(7) Let the first and last fermion line be Gp.
(8) Maintain momentum conservation at each vertex.
(9) Make sure that the sum of all momenta leaving an impurity star is zero.
(10) Perform the sum % > k. over all free internal momenta kj.
J
(11)  Sum over all orders n of scattering and over p, with 1 < p < n.
(10.37)
The diagrammatic expansion of (Gy);,,., has a direct intuitive appeal:
* * * %
(Ok)imp = + ! + AN (10.38)
—~— - -l wa—-
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Figure 10.3: Two fully labled fifth order diagrams both with two impurity scatteres.
Diagram (a) is a so-called irreducible diagram, i.e. it cannot be cut into two pieces by
cutting one internal fermion line. In contrast, diagram (b) is reducible. It consists of two
irreducible parts.

In this expression, showing all diagrams up to third order and three diagrams of fourth
order, we have for visual clarity suppressed all momentum labels and even the arrows of
the scattering lines. For each order the diagrams are arranged after powers of Nimp> i.e.
the number of impurity stars. In Fig. 10.3 two diagrams with complete labels are shown.
In the following section we gain further insight in the solution of <gk>imp by rearranging
the terms in the diagrammatic expansion, a procedure known as resummation.

10.5 Self-energy for impurity scattered electrons

In Fig. 10.3 we introduce the concept of irreducible diagrams, i.e. diagrams in the expansion
of (G )iy, that cannot be cut into two pieces by cutting a single internal fermion line. We
now use this concept to resum the diagrammatic expansion Eq. (10.38) for (Gk);,,- We
remind the reader that this resummation is correct only in the limit of low impurity density.
First we define the so-called self-energy ¥, :

The sum of all irreducible diagrams in (Gy),
Z]k = . . . 0 p
without the two external fermion lines gk

’?{ /w\ /*\ /w\ /)k\
= :+ / \\+ Y +//}#{\\ + AN 4 + -
o 40 =0

/ /7 1\ 7 v N\
e o= -4 =0

- D (10.39)

Using X, and the product form of <gk>imp in Fourier space, Eq. (10.38) becomes

(Ol = —e—+ )<+ <D=+ ...
= —e—+—={)x <—<—+—<—@—<—+>

= Gp+Gp S (9 imp- (10.40)
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This algebraic Dyson equation, equivalent to Eqs. (10.9) and (10.18), is readily solved:

. G 1 B 1
(Gic(F) Yignp = 1-g's, = G0 1-x, = T & %, (k) (10.41)

From this solution we immediatly learn that 3, enters <Qk>imp as an additive correction to
the original unperturbed energy, &, — £, + X, hence the name self-energy. The problem
of finding (gk>imp is thus reduced to a calculation of ¥, . In the following we go through
various approximations for ¥, .

10.5.1 Lowest order approximation

One marvellous feature of the self-energy ¥, is that even if it is approximated by a finite
number of diagrams, the Dyson equation Eq. (10.40) actually ensures that some diagrams
of all orders are included in the perturbation series for <gk>imp. This allows for essential
changes in (Gk);,,,. notably one can move the poles of (Gx);,,, and hence change the
excitation energies. This would not be possible if only a finite number of diagrams were
used in the expansion of (i), itself.

Bearing in mind the inequalities Eqs. (10.20) and (10.21), the lowest order approxi-
mation EﬁOA to X, is obtained by including only the diagram with the fewest number of
impurity stars and scattering lines,

EﬁOA(@'kn) = ’f =N Uy = nimp/dr u(r), (10.42)

i.e. a constant, which upon insertion into Dyson’s equation Eq. (10.41) yields

1

GO (ik,) = (10.43)

But this just reveals a simple constant shift of all the energy levels with the amount
Nimplip-  This shift constitutes a redefinition of the origin of the energy axis with no
dynamical consequences. In the following it is absorbed into the definition of the chemical
potential and will therefore not appear in the equations.

10.5.2 1%t order Born approximation

The simplest non-trivial low-order approximation to the self-energy is the so-called first
order Born approximation given by the 'wigwam’-diagram

. b4 1
YIBAGE ) = kK Kk — g A 10.44
A (k) " nlmp%jmk_u T (10.44)

where we have used that u_, = uy_ since u(r) is real. We shall see shortly that ElchA =

Re lecBA + ¢ Im Z}{BA moves the poles of (Gi) = —ma= away from the real axis, i.e.

imp
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(a) & (b) 4

n; |Uk|2 n; |“k|2

\ €k= M £

Figure 10.4: (a) The functions nimp|uk|2 and (w —e&, +u)/[(w — e, + 1) +7?%] appearing in
the expression for Re ElchA(ikn). (b) The functions nimp|uk|2 and |k, |/[(w — & +p)? +n?
appearing in the expression for Im ZII{BA (ik,,).

the propagator acquires a finite life-time. By Eq. (10.40) we see that g}(BA is the sum of

propagations with any number of sequential wigwam-diagrams:
B X X Ox X X X
* = I\ + I\ I\ I\ 1\ I\
A I\ I\ I\ I\ I\

1BA
Z]k

T (10.45)

In the evaluation of we shall rely on our physical insight to facilitate the math.
We know that for the electron gas in a typical metal e ~ 7 eV ~ 80 000 K, so as
usual only electrons with an energy ¢, in a narrow shell around e ~ p play a role. For
T < 800 K we have kgT /e < 102, and for applied voltage drops Vey; less than 70 mV
over the coherence length [, < 1075 m (the typical size we are looking at), i.e. applied
electrical fields less than 7000 V/m, we have eVex;/ep < 1072. Thus we are only interested
in B4 (ik,) for

k| ~kp  and ik, — w +isgn(k,)n| < ep. (10.46)

Here we have also anticipated that at the end of the calculation, as sketched in Fig. 9.1,
we need to perform an analytical continuation down to the real axis, either from the upper
half-plane, where k,, > 0, as ik,, — w + in, or from the lower half-plane, where k, < 0, as
ik, = w —in.

Furthermore, as we shall study in great detail later, the electron gas redistributes itself
to screen out the external charges from the impurites, and as a result w, ,, varies in a
smooth and gentle way for 0 < [k — k'| < 2kg.

With this physical input in mind we continue:

1
St w +isgn(k,)n) = n, gy |? : (10.47)
k imp ; | k—k | (w — fkl) +4 Sgn(kn)n
; 1mp| k—k | (w N fk/)Z n 772 k

Since |u, ;.| vary smoothly and |w —&,,| < ep ~ pu we get the functional behavior shown

in Fig. 10.4. Since (w — &)/ ((w — &) +7?) is an odd function of w — &, and the width
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n is small, we have® Re EII{BA (ik,) ~ 0; For the imaginary part of £!BA we obtain the

usual delta function for n — 0. Finally, since the spectral function for the unperturbed
system forces w to equal §,, we obtain:

. ) . 1
ElchA (lkn) = - Sgn anmp|uk kl ( fk,) = —1 Sgn(kn) ?, (1048)
k

where we have introduced the impurity scattering time 7, defined as

1
— =2r > M|t iol? 6(& — o) (10.49)
k K/

This result can also be found using Fermi’s golden rule. Now we have obtained the 1st
order Born approximation for G, (ik,,) in Eq. (10.41) and the analytic continuation ik,, — 2
thereof into the entire complex plane:

%, Imz>0
k

1BA 1 1BA S
GyoM (ik,) = e il s Ge (2) = .
K 5

Tk Zfék*ﬁ

(10.50)
, Im z < 0.

We see that G IBA( ) has a branch cut along the real axis, but that it is analytic separately
in the upper and the lower half-plane. This is a property that will play an important role
later, when we calculate the electrical resistivity of disordered metals. Note that this
behavior is in accordance with the general results obtained in Sec. 9.2 concerning the
analytic properties of Matsubara Green’s functions.

We close this section by remarking three properties summarized in Fig. 10.5 related

to the retarded Green’s function GF-1BA(w) = GBA (w + in). First, it is seen by Fourier

transforming to the time domain that GR 1BA( t)

the typical time scale:

decays exponentially in time with 7, as
—i(w+in)t )
GRABA () = / do e, O(t) e~ it /2" (10.51)
k 21 w — & +i/27,

Second, exploiting that w, 7, l« €p, it is seen by Fourier transforming back to real space
that GRBA(r ) decays exponentially in space with lj = vpTy as the typical length scale:

ik-r
GR’lBA(T‘,w) E/ dk et ’ _ 7Td(8F) eikF\r\ e—\r\/ZZk. (10‘52)
(2m)% w — & + /27 kg|r|

Thirdly, the spectral function AiBA (w) is a Lorentzian of width 27, :

) 1/
AIBA () = _9 [ G1BA _ k ‘
k Hw)=-2Im G, (w +in) (@ &2+ 1/ar2 (10.53)

3Strictly speaking, we only get vanishing real part if the slope of [ty g |? is zero near p. If this is not

the case we do get a non-zero real part. However, since |u, _,,|” is slowly varying near u we get the same
real part for all k and k' near k. This contribution can be absorbed into the definition of p.
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(a’) <gk(iwn)>imp = iwn—E, +isgn(uu) (b) Af(w) =
n k 27,
k 1/7
. . (W=7 +1/47 4

Figure 10.5: (a) The impurity averaged Green’s function (G, (ik,)) The imaginary

imp*
part of the self-energy is related to the scattering time 7, and hence also to the elastic
scattering length [ = vg7, . (b) In the Born approximation the spectral function Ay(w) is

a Lorentzian centered aournd &, = 0 with a width 1/27,.

In conclusion the impurity averaged 1st Born approximation has resulted in a self-
energy with a non-zero imaginary part. The poles of the Matsubara Green’s function
glchA(z'kn) are therefore shifted away from the real axis, resulting in a both temporal and
spatial exponential decay of the retarded Green’s function. This is interpreted as follows:
the impurity scattering transforms the free electrons into quasiparticles with a finite life
time given by the scattering time 7, and a finite mean free path given by ly = vp7, . The
finite life time of the quasiparticles is also reflected in the broading of the spectral function.
The characteristic sharp d-function for free electrons, Ax(w) = d(w — &, ), is broadened
into a Lorenzian of width 1/27, . This means that a particle with momentum k can have
an energy w that differs from &, with an amount 7/27,.

This calculation of self-averaged impurity scattering constitutes a first and very im-
portant example of what can happen in a many-particle system. Note in particular the
important role played by the self-energy, and the fact that it can have a non-zero imaginary
part. The results is obtained in the 1st order Born approximation, where the self-energy
is approximated by a single diagram. But what happens if we take more diagrams into
account? The surprising answer is that in the low impurity density limit, Nimp K Tlel 1O
qualitative difference arises by taking more diagrams into account. Only at higher impurity
densities where scattering events from different impurities begin to interfere new physical

effects, such as weak localization, appear. Let us see how this conclusion is reached.

10.5.3 The full Born approximation

A natural extension of the 1st Born approximation is the full Born approximation, which
is exact to lowest order in ny, . It is defined by the following self-energy EEBA (ik,), where
any number of scattering on the same impurity is taken into account, i.e. more dashed
lines on the wigwam-diagram:
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¥ x X
EEBA = : + /// \\\ + I/II\\ + //,I ‘\\\ +
@ o0 Nl;. “—14‘—4'.
k k k k k k k k
$ o [ F KL R
= I+ X N RN (10.54)
A Y \
k.k k k' 5k’ k k k' k

In the paranthesis at the end of the second line we find a factor, which we denote ¢, ,,

that is not diagonal in k but with a diagonal that equals the self-energy ¢, , = ZEBA. In
scattering theory t,,, is known as the transition matrix. When this matrix is known all
consequences of the ,complete scattering sequence can be calculated. An integral equation
for the transition matrix is derived diagrammatically:

t vk = | I 1
kpkz( n) yT ;N N *
5.® —<—o LY
Kk ok, Kk k, K, k,
k, k.7 ® X
/7 N\ 7\
= : + X : + /o + A +
’ \ VAR
° <o ° <o <o
5k1,k2 k, k' Oy K, K k, K k,
= MU0y g, T § :Uk w9 e, (10.55)

This equation can in many cases be solved numerically. As before the task is simplified
by the fact that we are only interested at electrons moving at the Fermi surface. The real
part of the diagonal element ¢, , (ik,), the one yielding the self-energy, is almost constant
for |k| ~ kg and is absorbed into the definition of the chemical potential ;.. We are then
left with Imtkvk(ikn), and by applying the optical theorem,* Im?y  =Im Yok th, gg'tk’,kv
we obtain
FBA /. , |t kk’|2
Im %} 7% (ik,) = Im ¢, (ik,) = Im Z

K ikn fkr

B begerl” 0w — &) 10.56
z’/cn—mﬁgn(k n sgu(k Z| K.k ? — &) ( )

This has the same form as Eq. (10.48) with |t k,|2 instead of nimp|uk7k,|2, and we write

1
SEPA (ik,) = —i sgn(k,) 5 with —=2r Z s 0(& — o). (10.57)
k

*Eq. (10.55) states (i): t = u + uG°t. Since u' = u the Hermitian conjugate of (i) is (ii): u =
—t'Glu + 7. Imsert (i) into (1): t = u + (t'G° — t'GIuG’t). Both w and t'GluG’t are Hermitian so
Im tk,k =Im <k|tTg0t|k> =Im Zk’ tl,k,gg,tk,,k.
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By iteration of Dyson’s equation we find that GFB4 is the sum of propagations with any
number and any type of sequential wigwam-diagrams:

—RA — f*\ + /;.K\ + ﬁ*\ ;?‘ S (10.58)

I\ /1 N\ /\/ll\I

10.5.4 The self-consistent Born approximation and beyond

Many more diagrams can be taken into account using the self-consistent Born approxima-
tion defined by substituting the bare G° with the full G in the full Born approximation
Egs. (10.54) and (10.55) yields:
SCBA /*i /*\ /;}Aﬁ\
Ek = '+ v+ 0N+ s NN
| / \ / | \ / / \ N
® g—e o—g— o—g—®

= nimpuoék,k + Z Uy k/ gkl tk’,k’ (1059)
k/

a self-consistent equation in EiCBA since G, = (ik,, — & — Ei,CBA)*l. We again utilize
that ?) , is only weakly dependent on energy for k| =~ kp and w < ep, and if furthermore
the scattering strength is moderate, i.e. |ESCBA| < ep we obtain almost the same result
as in Eq. (10.56). Only the imaginary part EZ of ESCBA = ZR + ZE plays a role, since
the small real part Z]k can be absorbed into .

g |’

S =Imty , =Tm Z ~ —sgn(k, —2}) Z|tkk,| §(w—&). (10.60)

o k=& — zEf(,
The only self-consistency requirement is thus connected w1th the sign of the imaginary
part. But this requirement is fulfilled by taking Im ZSCBA(jk ) oc —sgn(k,,) as seen by
direct substitution. The only difference between the full Born and the self-consistent
Born approximation is in the case of strong scattering, where the limiting J-function in
Eq. (10.60) may acquire a small renormalization. The final result is

1 1
SCBA [ : . 9
NSCBA (ik,) = —i sgn(k,) o with . 21 > el 0w — &) (10.61)
By iteration of Dyson’s equation we find that GS“BA is the sum of propagations with
any number and any type of sequential wigwam-diagrams inside wigwam-diagrams but

without crossings of any scattering lines:

x »
=S%: I\ + /ﬁf\ + POANN + ..

/1 \ / 1\ 7 1 N\

X OX x
+ I I + I\ AR + ... (10.62)
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Figure 10.6: (a) The non-crossing wigwam diagrams, one inside the other, where k,; and k,
can take any value on the spherical shell of radius ky and thickness Ak =~ 1/I. The phase
space is Q, o (47rk%Ak)2. (b) The crossing wigwam diagram has the same restrictions for
k, and k, as in (a) plus the constraint that |k+k,—k;| ~ kp. For fixed k, the variation of
k; within its Fermi shell is restricted to the intersection between this shell and the Fermi
shell of k+k, —k;, i.e. to a ring with cross section 1/ 1% and radius ~ k. The phase space
is now Qp o (4nkpAk)(2rkpAk?). Thus the crossing diagram (b) is suppressed relative
to the non-crossing diagram (a) with a factor 1/kgl.

We have now resummed most of the diagrams in the diagrammatic expansion of (gk>imp
with the exception of wigwam-diagrams with crossing lines. In Fig. 10.6 are shown two
different types of irreducible diagrams of the same order in both Nimp and u,. Also
sketched is the phase space 2 available for the internal momenta k; and k, in the two
cases. At zero temperature the energy broadening around the Fermi energy ey, is given by
|X| = h/7 which relaxes |k, |, |ky| = kg a bit. In k-space the broadening Ak is given by
B2 (kp + Ak)?/2m = e + h/7 which gives Ak ~ 1/vpT = 1/I, i.e. the inverse scattering
length. This means that k; and k, are both confined to a thin spherical shell of thickness
1/l and radius k.

In Fig. 10.6(a), where no crossing of scattering lines occurs, no further restrictions
applies, so the volume of the available phase space is , = (47rk% /D)%, In Fig. 10.6(b),
where the scattering lines crosses, the Feynman rules dictate that one further constraint,
namely |k +k; — k,| = kp. Thus only one of the two internal momenta are free to be
anywhere on the Fermi shell, the other is bound to the intersection between two Fermi
shells, i.e. on a ring with radius ~ kp and a cross section 1/1? as indicated in Fig. 10.6(b).
So O = (4nkZ/l)(21ky/1?). Thus by studying the phase space available for the non-
crossed and the crossed processes we have found that the crossed ones are suppressed by a
factor ,/Q, = 1/(kgl). Such a suppression factor enters the calculation for each crossing
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of scattering lines in a diagram. Since for metals 1/kp ~ 1 A we find that

1< 1, for I>1A. (10.63)
kgl

In conclusion: all cases where the scattering length [ is greater than 1 A we have by
the various Born approximations indeed resummed the perturbation series for (Gy (iky,));,
taking all relevant diagrams into account and obtained 3, (ik,,) = —i%. It is interest-
ing to note that in e.g. doped semiconductors it is possible to obtain a degenerate electron
gas with a very low density. In these systems 1/kp or the Fermi wavelength is much
larger than in metals, and the condition in Eq. (10.63) is violated. In this case one may
therefore observe deviations from the simple theory presented here. One example is the
observation of weak localization, which is an increase in the resistivity due to quantum
interference between scattering events involving several impurities at the same time. The
weak localization effect is studied in Sec. 14.4.

10.6 Summary and outlook

In this chapter we have introduced the Feynman diagrams for elastic imputity scattering.
We have applied the diagramatic technique to an analysis of the single-particle Matsubara
Green’s function for electron propagation in disordered metals. The main result was the
determination of the self-energy ¥ (ik,) in terms of the scattering time 7,

. . 1 o1
SEBA (k) = —isgn(k,,) 5 with —=2r D ltesel? 06 — &),
Tk Tk W

and the scattering-time broadened spectral function

1BA,, \ _ 1/7
A = e

The structure in the complex plane of the Green’s function was found to be:

1
1 zfﬁk+#7

ngA Zk — — ngA 2) = k
k ( n) ikp — fk + ngn(kn) ikn—z k ( ) L i Im z <0.

27 2=~ 27,

Imz>0

These results will be employed in 14 in the study of the residual resistivity of metals.

The theory presented here provides in combination with the Kubo formalism the foun-
dation for a microscopic quantum theory of resistivity. The technique can be extended
to the study of quantum effects like weak localization (see Sec. 14.4) and universal con-
ductance fluctuations (see Fig. 10.2). These more subtle quantum effects are fundamental
parts of the modern research field known as mesoscopic physics. They can be explained
within the theoretical framework presented here, by taking higher order correlations into
account. For example is weak localization explained by treating crossed diagrams like the
one in Fig. 10.6(b), which was neglected in calculation presented in this chapter.
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Chapter 11

Feynman diagrams and pair
interactions

It is in the case of interacting particles and fields that the power of quantum field theory
and Feynman diagrams really comes into play. Below we develop the Feynman diagram
technique for a system of fermions with pair interactions. The time-independent Hamil-
tonian H|, of the unperturbed or non-interacting system is

Hy = Z/dr Ul(r)H, ¥ (r), (11.1)

while the interaction Hamiltonian W is given by

2

01,09

1
W=3 Z /drldr2 ‘I’T(Ular1)‘I'T(‘72ar2) W(oy,ry; 01,11) U(0y,19)¥ (0y,1y).  (11.2)

We have specialized to the case where no spin flip processes occur at the vertices, this
being the case for our coming main examples: electron-electron interactions mediated by
Coulomb or by phonon interactions. The total Hamiltonian H governing the dynamics of
the system is as usual given by H = H y+ W . The main goal of this chapter is to derive the
Feynman rules for the diagrammatic expansion in orders of W of the full single-particle
Matsubara Green’s function Eq. (9.33a)

G0y Ty Tys 0oy Ty Ty) = —<TT\IJ(ab,rb,Tb)\IJT(aa,ra,Ta)>. (11.3)

11.1 The perturbation series for §

The field operators in Eq. (11.3) defining G are of course given in the Heisenberg picture,
but using Eq. (9.15) we can immediatly transform the expression for G into the interaction
picture. With the short-hand notation (o,,r;,7;) = (1) we obtain

I T(e T U O@)  (T[0B.0E0) ¥)]), 114
(b,a) = - Tr(e_gH> S <0(5,0)>0 -

181
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The subscript 0 indicates that the averages in Eq. (11.4) are with respect to e ?Ho rather
than e ## as in Eq. (11.3). The expansion Eq. (9.11) for U is now inserted into Eq. (11.4):

i (_nl! ) /Oﬁdﬁ . /Uﬂdm <TT [W(n) W ()T () ‘W“)] >0
g(b’ a) R ; . (11.5)

y e /UﬂdTl /Oﬁd% (& wml),

n=0

Here we need to calculate 7-integrals of W(T) But one precaution must be taken regarding
the ordering of the four operators in the basic two-particle interaction operator. According
to Eq. (11.2) the two creation operators must always be to the left of the two annihilation
operators. To make sure of that we add an infinitesimal time = 07 to the time-arguments
of Uf(1) and ¥f(2), which gives the right ordering when the time-ordering operator T, of
Eq. (11.4) acts. The 7-integrals of W () is therefore

/0 dr; W(r /dj /dj TGO T (L) Wi T (5T (), (11.6)

where we have defined j;, [dj, and W; ;s as

j+ = (o)., 74), /d] _Z/dr/ drj, Wiy =Wi(r,r,)d(r,—7,). (1L.7)

It is only in expressions where the initial and final times coincide that the infinitesimal
shift in time of UT plays a role. Next insert Eq. (11.6) for W into Eq. (11.5) for G:

G(b,a) = (11.8)
(—Lyn e
—Z 2 / A1 dndn’ Wy,yr W (T, [ 9100, 0,0, 9] 0], 9,0, qu\pg]>0

n=0 !

Lyn
2

5
The great advantage of Eq. (11.8) is that the average of the field operators now in-
volves bare propagation and thermal average both with respect to H,. In fact using
Eq. (9.65), we recognize that the average of the products of field operators in the numer-
ator is the bare (2n+1)-particle Green’s function g((f"“) (b,1,1',..,n"; a,1,1',..,n) times
(=1)?>"*1 = —1, while in the denominator it is the bare (2n)-particle Green’s function
g(()zn)(l,l’,..,n’; 1,1,..,n') times (—=1)2" = 1. The resulting sign, —1, thus cancels the
sign in Eq. (11.8). Now is the time for our main use of Wick’s theorem Eq. (9.80): the
bare many-particle Green’s functions in the expression for the full single-particle Green’s

/ A1 dndn! W 0. Wi (T, [0 0] 0, 0y 0400, 0, ]



11.2. THE FEYNMAN RULES FOR PAIR INTERACTIONS 183

function are written in terms of determinants containing the bare single-particle Green’s
functions G°(1, 5):

G(b,a) = (11.9)
GO(b,a) G°(b,1) GO(b,1') ... G°(bn)

< (_Lyn ¢°(La) G°(L,1) G'(L1) ... G°(Ln)
Z y /dldlldndnl Wl,l"-Wn,n’ go(ll’a’) go(]‘l?]‘) go(lla]-,) go(llvnl)

n!

n=0

GO(n',a) GO 1) GO, 1) ... GO )
P P ... P
P P . PO

o0 _ln
> (Z2) / d1dl..dndn' Wy 1. W e

n!
n=0

G°(n',1) G°(n',1') ... G°(n',n)

This voluminous formula is the starting point for defining the Feynman rules for the
diagrammatic expansion of G in terms of the pair interaction W. We have suppressed, but
not forgotten, the fact that the final time 7, in G°(l, j) according to Egs. (11.6) and (11.7)
is to be shifted infinitesimally to 7, + 7.

11.2 The Feynman rules for pair interactions

We formulate first a number of basic Feynman rules that are derived directly from Eq. (11.9).
However, it turns out that using these basic rules leads to a proof that the denominator
cancels out. This in turn leads to the formulation of the final Feynman rules to be used
in all later calculations.

11.2.1 Feynman rules for the denominator of G(b,a)

The basic Feynman rules for n’th order term in the denominator of G(b,a) are

(1) Fermion lines: j, o—a—ej; = G°(ja, /1), Ty — Ty + 1.

(2) Interaction lines: je~~~ej" =W; ;.

(3) Vertices: jo = [dj § oif 091 i.e. sum over internal variables, no spin flip

(4) Draw (2n)! sets of n interaction lines je~~~ej'.

(5) For each set connect the 2n vertices with 2n fermion lines: one entering
and one leaving each vertex. This can be done in (2n)! ways.

(11.10a)

But this is not all, because what about the sign arising from the expansion of the de-
terminant? Here the concept of fermion loops enters the game. A fermion loop is an
uninterrupted sequence of fermion lines starting at some vertex j and ending there again

after connecting to other vertices, e.g. jlo , j1©j2, or jlﬁ.jg. The overall sign



184 CHAPTER 11. FEYNMAN DIAGRAMS AND PAIR INTERACTIONS

coming from the determinant is (—1)¥, where F is the number of fermion loops in the
given diagram. An outline of the proof is as follows. The product of the diagonal terms
in the determinant is per definition positive and in diagram form it consist of n factors
6 @ ,1.e. F' = 2n is even. All other diagrams can be constructed one by one simply
by pair wise interchange of the endpoints of fermion lines. This changes the determinan-
tal sign of the product since sgn[..G°(j1, j1)..G% (j=2, 55)..] = —sgn[..G% (41, 55)..G° (G2, 71) -]
and at the same time it changes the number of fermion loops by 1, e.g. Abecomes
ﬁ O Thus we obtain the last Feynman rule

(6) Multiply by % (—1)"(~1)¥, F being the number of fermion loops,
and add the resulting (2n)! diagrams of order n.

(11.10Db)

For all n there are (2n)! terms or diagrams of order n in the expansion of the deter-
minant in the denominator (U(3,0)), of G(b,a) in Eq. (11.9). Suppressing the labels, but
indicating the number of diagrams of each order, this expansion takes the following form
using Feynman diagrams:

(0.0)) = OO + < (11.11)

2 terms

L [OO . ‘@’ '@' o L
M 24 terms
5@ @

+ | O~ +
M 720 terms

11.2.2 Feynman rules for the numerator of G(b,a)

The numerator (T,[U(5,0)¥ (b)T(a)]), of G(b,a) differs from the denominator by the
presence of the two external field operators U (b) and Ut(a) that act at the external space-
time points (b) and (a). This raises the dimension of the n’th order determinant from 2n
to 2n+1. Consequently, only Feynman rules (4) and (5) given for the denominator have
to be changed to give the rules for the numerator:

(4’) Draw (2n+1)! sets of n lines jo~~~w;' and 2 external vertices ea and eb.
(5") For each set connect the 2n+2 vertices with 2n+1 fermion lines: one leaving
a, one entering b, and one entering and leaving each internal vertex j.

(11.12)
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Using these rules we obtain the diagrammatic expansion of the numerator:

(T,[0(8,00% (0) ¥ (a)]) = (11.13)

b _eb

+ (<) + }\«\4) (> é’ ?
Y )

N c>~(>+ IMO :@

+ ...

11.2.3 The cancellation of disconnected Feynman diagrams

It looks like we are drowning in diagrams, but in fact there is a major reduction at
hand. We note that in Eq. (11.13) two classes of diagrams appear: those being connected
into one piece with the external vertices a and b, the so-called connected diagrams (e.g.
the last second-order diagram), and those consisting of two or more pieces, the so-called
disconnected diagrams (e.g. the first second order diagram). We furthermore note that the
parts of the diagrams in Eq. (11.13) disconnected from the external vertices are the same
as the diagrams appearing in Eq. (11.11) order by order. We also note that a diagram
containing two or more disconnected parts can be written as a product containing one
factor for each disconnected part. A detailed combinatorical analysis (given at the end of
this section) reveals that the denominator in G cancels exactly the disconnected parts of
the diagrams in the numerater leaving only the connected ones:

b b

( . +...><1+M+...>

a a

<1+C¢V\O+

= }.{) P 1 g %::D S (11.14)
connected

Being left with only the connected diagrams we find that since now all lines in the diagram
are connected in a specific way to the external points ¢ and b the combinatorics of the
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permutations of the internal vertex indices is particularly simple. There are n! ways to
choose the enumeration j of the n interaction lines je~~~#j’, and for each line there are
2 ways to put a given pair of labels j and j'. We conclude that all 2" n! diagrams with the
same topology relative to the external points give the same value. Except for the sign this
factor cancels the prefactor 1(—2)", i.e. we are left with a factor of (—1) for each of the
n interaction lines. In conclusion, for pair interactions the final version of the Feynman
rules for expanding G diagrammatically is:

1) Fermion lines: joo—a—ej1 = G°(j2,71), 7y = To + 7.
Interaction lines: je~~~eoj' = W, ;s

Vertices: jo = [dj 50;_1,,0;“, i.e. sum over internal variables, no spin flip

~~ NN~
W DN
~— O e

N

At order n draw all topologically different, connected diagrams containing n
interaction lines je~~®j', 2 vertices ea and eb, and 2n+1 fermion lines, so that
one leaves ea, one enters eb, and one enters and leaves each internal vertex ej.
(5) Multiply each diagram by (—1)¥, F being the number of fermion loops.

(6) Sum over all the topological different diagrams.

(11.15)

Pay attention to the fact that only the topology of the diagrams are mentioned. Thus
they can at will be stretched, mirror inverted and otherwise deformed. No notion of a
time-axis is implied in the imaginary time version of the Feynman diagrams.

For completeness we give the following proof of the cancellation of the disconnected
diagrams, but the reader may skip it since the essential conclusion has already been given
above. The proof goes through eight steps. We study the numerator of Eq. (11.9). (1)
Since all internal vertices have one incoming and one outgoing fermion line, the external
vertices a and b are always connected. (2) If vertex j somehow is connected to a, so is j'
due to the interaction line W; j. (3) In a diagram of order n, a is connected with r W-lines,
where 0 < r < n. The number of disconnected W-lines is denoted m, i.e. m =n—r. (4) In
all terms of the expanded numerator the integral factorizes into a product of two integrals,
one over the 2r variables connected to a and one over the 2m variables disconnected from
a. (5) The r pairs of vertex variables j and j' connected to a can be choosen out of the
available n pairs in ﬁ ways, each choice yielding the same value of the total integral.

(6) The structure of the sum is now:
o0 1 o n
Z_ <_> L1 ] (11.16)
n!
o0

Z < )nzoﬁ‘[[l ]-I ]Con I[T+1 (T+1)',..,n,n']discon

i ( ) I1,1',. 7rarl]coni %(;)ml[ﬂ—l,(r—i—l)’,..,(r—i—m),(r+m)']dis(;0n.

:0 m=0

(7) In the connected part all r! permutations of the vertex variable pairs (j,j') yield the
same result, and so does all the 2" ways of ordering each pair, if as usual Wj ; = Wy ;.
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b Eﬁ

Figure 11.1: Examples of irreducible, (a) and (b), and reducible, (c¢) and (d), Feynman
diagrams in the expansion of G(b,a) in the presence of pair- 1nteract10ns.

(8) The disconnected part is seen to be (U(3,0)),. We thus reach the conclusion

(T,0(8,0) 9 () ¥(@)) = (U(8 >§j =W ()] Det° oo .

topological diff.
(11.17)

11.3 Self-energy and Dyson’s equation

In complete analogy with Fig. 10.3 for impurity scattering, we can now based on Eq. (11.14)
define the concept of irreducible diagrams in G(b,a) in the case of pair-interactions. As
depicted in Fig. 11.1, such diagrams are the ones that cannot be cut into two pieces by
cutting a single fermion line. Continuing the analogy with the impurity scattering case
we can also define the self-energy (I, j) as

The sum of all irreducible diagrams in G(b, a)
without the two external fermion lines G°(j,a) and G°(b,1)

0 ; ' l l
o e TR
J J

= D (11.18)

From Eqgs. (11.14) and (11.18) we obtain Dyson’s equation for G(b, a)

() =

Gb,a) = Qa‘:oa

b a b N a b N a
:o—<—o+o—<—@7—<—o+o—<—@—<—@—<—o
:lz—<—oa—|— L—@x(‘«—oa—i— ‘«—@«—oa—i— )

b a b NI a
:o—<—o+o—<—%‘=¢

= G%b,a) + /dl/djgo(b,l)E(l,j)g(j,a). (11.19)
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Note how Dyson’s equation in this case is an integral equation. We shall shortly see that
for a translation-invariant system it becomes an algebraic equation in k-space.

11.4 The Feynman rules in Fourier space

For the special case where Hy describes a translation-invariant system and where the
interaction W; j only depends on the coordinate difference j— j it is a great advantage to
Fourier transform the representation from (r, 7)-space to (q, g, )-space. Our main example
of such a system is the jellium model for Coulomb interacting electrons studied in Sec. 2.2.
In terms of the Fourier transform W (q) = 4we] /¢? the Coulomb interaction W (r7; ', 7')
is written

W(er;r'r') = BLV qziq: W (q) el (r—x)—ian(r=7")] (11.20)

It is important to realise that the Matsubara frequency ig,, is bosonic since the Coulomb
interaction is bosonic in nature: {wo fermions are annihilated and two fermions are created
by the interaction, i.e. one boson object is annihilated and one is created. Furthermore,
we note that due to the factor (7 —7’) in Eq. (11.7) the Matsubara frequency ig,, appears
only in the argument of the exponential function.

Likewise, using Eq. (9.39) we can express the electronic Green’s function G (r7,r'7")
for spin o in (k, ik, )-space as

Go(rr;r'r') = BLV > Gk, ik,) el tr=r)=ikn(r=7)] (11.21)
k,ik,,

where G2(k, ik,) = 1/(ik, — &) depends on k and ik,, but not on o. Here ¢, =¢ — p.
In the case of the Coulomb interacting electron gas in the jellium model we thus see
that both the Green’s function GY and the interaction W depend only on the space and
imaginary time differences r —r’ and 7 — 7', It follows from Eqs. (11.20) and (11.21) that
it saves some writing to introduce the four-vector notation k = (k,ik,), # = (r,7), and
ik-7 = ik-r — ik, 7. Using this notation we analyse the Fourier transform of the basic
Coulomb scattering vertex

/ di* GO (o, 7) GO (7, 1) W (Fg; 7) =

where the (r,7)-space points 71, 79, 73, and 7 are indicated as well as the wave vectors l;:,
p, and ¢ to be used in the Fourier transform. On top of their usual meaning the arrows
now also indicate the choise of sign for the four-momentum vectors: k flows from 71 to 7,
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p from 72, and ¢ from 7 to 3. Inserting the Fourier transforms of Eqgs. (11.20) and (11.21)
into Eq. (11.22) yields with this sign convention

/df G3 (72, 7) Go (7, 71) W (73 7)

~ 1 ~ 7. ~\ i[p(To—T (F—T1 (F3—T
= /dr G Zgg(p) GO (k) W () /P (T Fh(F=T1) 44 (Fa=7)]
kpq

= (5;)3 Z gg (P) gg(iﬂ) W(q) ei[ﬁ'~2f“":1+q"z3}/df ei(ﬁ*m‘i)"z
kpg

= T X G =) () W (g) TP (11.23)
kq

From this follows that in Fourier space the four-momentum (k, ik, ) is conserved at each
Coulomb scattering vertex: k = p+ q. Since each vertex consists of two fermion lines
and one interaction line, the momentum conservation combined with the odd values of
the fermion Matsubara frequencies leads, in agreement with our previous remarks, to even
values for the Matsubara frequencies of the interaction lines. The momentum conserva-
tion rule for each of the 2n vertices also leads to 2n delta function constraints on the 2n
internal fermion momenta and the n interaction line momenta, and whence the number
of independent internal momenta equals n, i.e. the order of the diagram. For each in-
dependent momentum a factor 1/4V remains from the corresponding Fourier transform.
The topology of the diagram in (r, 7)-space is not changed by the Fourier transform. We
therefore end up with the following Feynman rules for the n-order diagrams in the expan-
sion of G, (k,ik,), where (k,ik,) is to be interpreted as the externally given four-vector
momentum.

(1) Fermion lines with four-momentum orientation: o= Go(k, ik,).
0,1k,
(2) Interaction lines with four-momentum orientation: W =-Wi(q).
? n
(3) Conserve the spin and four-momentum at each vertex,

i.e. incoming momenta must equal the outgoing, and no spin flipping.

(4) At order n draw all topologically different connected diagrams containing n
oriented interaction lines W (§), two external fermion lines G0 (k, ik, ), and 2n
internal fermion lines G (p;, z'pj). All vertices must contain an incoming
and an outgoing fermion line as well as an interaction line.

(5) Multiply each diagram by (—1)¥, F being the number of fermion loops.

(6) Multiply GO(k, ik,) in the 'same-time’ diagrams e~~4) and <, by etFnn,
(7)  Multiply by ﬂLv for each internal four-momentum p; perform the sum Zﬁal.

(11.24)

Note how the two ’same-time’ diagrams in rule (6) are the only ones where it is relevant
to take explicitly into account the infinitesimal shift 7; — 7, + 1 mentioned in Eqgs. (11.6)
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and (11.7). The factor e**»" follows directly from the Fourier transform when this shift is
included.

In (k, ik, )-space the fourth Feynman rule concerning the conservation of four-momentum
at the scattering vertices simplifies many calculations. Most noteworthy is the fact that
Dyson’s equation becomes an algebraic equation. Due to four-momentum conservation a
four-momentum lgj entering a self-energy diagram, such as the ones shown in Eq. (11.18),
must also exit it, i.e. k = l;:j. The self-energy (with spin o) is thus diagonal in k-space,

Lok, k) =0, Se(k),  To(k) =S (k, k). (11.25)

Dyson’s equation Eq. (11.19) is therefore an algebraic equation,

G, (k) = G2(k)+ Gl (k) Sq(k) G, (k)

(11.26)
gl — w9 | H—@u‘:o,
with the solution 0/
k,ik 1
go’(k7 an) = 0 go-( ! n) N = " - . (1127)
1 —Go(k,iky) X5k, ikn) ikn — & — Yo(k,ikn)

As in Eq. (10.41) the self-energy ¥, (k, ik,,), induced here by the Coulomb interaction W,
appears as a direct additive renormalization of the bare energy &, = ¢, — p.

11.5 Examples of how to evaluate Feynman diagrams

The Feynman diagrams is an extremely useful tool to gain an overview of the very compli-
cated infinite-order perturbation calculation, and they allow one to identify the important
processes for a given physical problem. When this part of the analysis is done one is
(hopefully) left with only a few important diagrams that then need to be evaluated. We
end this chapter by studying the explicit evaluation of three simple Feynman diagrams in
Fourier space using the Feynman rules Eq. (11.24).

11.5.1 The Hartree self-energy diagram

To evaluate a given diagram the first task is to label the fermion and interaction lines
with four-momenta and spin obeying the conservation rules at each vertex, rule (3) in
Eq. (11.24). We start with the so-called Hartree diagram GZ (which is zero in the presence
of a charge compensating back-ground), where we in accordance with Eq. (11.18) strip off
the two external fermion lines to obtain the self-energy % :

GH (k,ik,) = = o~ PP 7 (11.28)

The four-momentum transfer along the interaction line is zero, while the four-momentum
(p,ip,) and the spin ¢’ in the fermion loop are free to take any value. The self-energy
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diagram is a first order diagram, i.e. n = 1. It contains one internal four-momentum,
(p,ip,), yielding a factor of 1/5V, one internal spin, ¢’, and one fermion loop, i.e. F' = 1.
The Feynman rules therefore lead to the following expression for the Hartree self-energy
diagram Eq. (11.28):

Efr(k,ikn) = o) = g—; Z ZZ [_ W(O)] gg, (p,ip,,) iPnn

P ipn
_2W(0) [ dp eipn
B /(271')3 im 1Pn _gp
:2%/(0)/(;7")3 ne(éy) = W(O)N. (11.29)

Note the need for Feynman rule Eq. (11.24)(6) for evaluating this specific diagram. The
spin sum turns into a simple factor 2. The Matsubara sum can easily be carried out using
the the method of Sec. 9.4.1. The evaluation of the p-integral is elementary and yields
N/2.

According to Eq. (11.27) the self-energy is the interaction-induced renormalisation of
the non-interacting single-particle energy. This renormalisation we have calculated by
completely different means in Sec. 4.2 using the Hartree-Fock mean field approximation.
We see that the diagrammatic result Eq. (11.29) exactly equals the Hartree part of the
mean field energy in Eq. (4.25b). In other words we have shown that the tadpole-shaped
self-energy diagram is the diagrammatic equivalent of the Hartree mean field approxima-
tion.

11.5.2 The Fock self-energy diagram

We treat the Fock diagram G and Fock self-energy ¥ similarly:

k— .
Zk‘n _I;pn gg (k7 an)

Gy (k,ik,) = = (11.30)
gg(k,ikn)@

. /
P, Py, 0

Once more the external fermion lines are written explicitly as two factors GO (k, ik, ),
leaving the Fock self-energy ©£ to be determined. The four-momentum transfered by the
interaction line is (k — p,ik, — ip,). This diagram is a first order diagram, i.e. n = 1.
It contains one internal four-momentum, (p,ip,), yielding a factor 1/5V. However, in
contrast to Eq. (11.28) the internal spin ¢’ is now forced to be equal to the external spin
o. Finally, no fermion loops are present, i.e. F' = 0. The Feynman rules therefore lead to
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the following expression for the Fock self-energy diagram Eq. (11.30):

»F(k,ik,) = w = ,BLV Z Z Z [— W(k—p)] 5070,92, (p,ip,) P
o P

iPn,
-1 dp _ e'Pnil
~ B ) @2n)3 W(k—p) ipzn rn N
d
- [ 5 Wlep) ng(sy) (11.31)

Note that also for this specific diagram we have used Feynman rule (6). The spin sum
turned into a simple factor 1. The Matsubara sum can easily be carried out using the the
method of Sec. 9.4.1. The evaluation of the p-integral is in principle elementary. We see
that this self-energy diagram exactly equals the Fock part of the energy in Eq. (4.25b)
calculated usaing the Hartree-Fock mean field approximation. We have thus shown that
the half-oyster self-energy diagram! is the diagrammatic equivalent of the Fock mean field
approximation.

11.5.3 The pair-bubble self-energy diagram

Our last example is the pair-bubble diagram G2, which, as we shall see in Chap. 12, plays
a central role in studies of the electron gas. We proceed as in the previous examples:

gg(k, lkn) q, an

oo k—q,0 p+q,0’
6L (k,ik,) = = ik ig, m ip +ig, (11.32)

Removing the two external fermion lines GV (k,ik,) leaves us with the pair-bubble self-
energy diagram X7, We immediately note that this diagram is of second order, i.e. n = 2,
containing one fermion loop, i.e. F' = 1. At the first vertex the incoming momentum
(k,ik,,) is split, sending (q,ig,) out through the interaction line, while the remainder
(k—q, ik,,—ig,) continues in the fermion line. At the fermion loop, (q, ig,) is joined by the
internal fermion momentum (p, ip,,) and continues in a new fermion line as (p+q, ip,,+iq,,)-
At the top of the loop the momentum (q,ig,) is sent out through the interaction line,
where it ultimately recombines with the former fermion momentum (k — q, ik, —igq,).
We have thereby ensured that the exit momentum equals that of the entrance: (k,ik,).
The internal degrees of freedom are (q,iq,), (p,ip,), and o', the former two yielding a
prefactor 1/(8V)2. The Feynman rules lead to the following expression for the pair-bubble

LA full oyster diagram can be seen in e.g. Eq. (11.11)
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self-energy Eq. (11.32):

Sy (k,ik,) = {:@

BV2 Z > - 1% 6% (p.ip,) G° (p+a,ip, +ig,) GO (k—a, ik, —ik,)
o'pq ipniqn
d
q q)* 1°(q,iq,) G (k—q, ik, —ik,), (11.33)

where we have seperated out the contribution I1°(q, ig,,) from the fermion loop,

0( 0\ — 1 1
1°(q,iq,) = O Z/ Yo R r— (11.34)

The loop contribution 1T%(q,igq,) is traditionally denoted the pair-bubble, and we shall
study it in more detail in the coming chapters. Here we just note that the spin sum
becomes a factor 2, and that the Matsubara sum over ip,, can easily be carried out using
the the method of Sec. 9.4.1. The evaluation of the p-integral is in principle elementary.
Inserting the result for I1°(q,ig,) into the pair-bubble self-energy diagram Eq. (11.32)
leads to a bit more involved Matsubara frequency summation over ig, and momentum
integration over q. However, the calculation can be performed, and we shall return to it
later.

11.6 Summary and outlook

In this chapter we have established the Feynman rules for writing down the Feynman
diagrams constituting the infinite-order perturbation expansion of the full single-particle
Green’s functions G (b,a) or G, (k,ik,) in terms of the pair-interaction W. Our main
example is the Coulomb interaction.

The Feynman diagram technique is a very powerful tool to use in the context of
perturbation theory. It enables a systematic analysis of the infinitely many terms that
need to be taken into account in a given calculation. Using the Feynman diagrammatic
analysis one can, as we shall see in the following chapters, identify which sub-classes of
diagrams that give the most important contributions. We have already given explicit
examples of how to evaluate some of the diagrams that are going to play an important
role. Indeed, we show in Chap. 12 that the diagrams analysed in Eqs. (11.31) and (11.34)
are the ones that dominate the physics of the interacting electron gas in the high density
limit. We shall learn how these diagrams determine the ground state energy of the system
as well as its dielectric properties such as static and dynamic screening.



194 CHAPTER 11. FEYNMAN DIAGRAMS AND PAIR INTERACTIONS



Chapter 12

The interacting electron gas

In Sec. 2.2 we studied the Coulomb interaction as a perturbation to the non-interacting
electron gas in the jellium model. This was expected to be a valid procedure in the
high density limit, where according to Eq. (2.35) the interaction energy is negligible.
Nevertheless, the second order perturbation analysis of Sec. 2.2.2 revealed a divergence in
the contribution E(fg from the direct processes, see Eq. (2.49).

In this chapter we reanalyze the Coulomb-interacting electron gas in the jellium model
using the Feynman diagram technique, and we show how a meaningful finite ground state
energy can be found. To ensure well-behaved finite integrals during our analysis we work
with the Yukawa-potential with an artificial range 1/« instead of the pure long range
Coulomb potential, see Eq. (1.100) and the associated footnote,

e? , 4l
W(r—r)= ﬁ el W(q) = q2+732 (12.1)
The range 1/a has no physical origin. At the end at the calculation we take the limit
a — 0 to recover the Coulomb interaction. For example, with the Yukawa potential we
can obtain a finite value for E(fr) in Eq. (2.49) if « is finite, but the divergence reappears
as soon as we take the limit o — 0,

1 1
g2 dqg ———=~ ~ -1 — . 12.2
N KL s L n(a) — 00 (12.2)
The main result of the following diagrammatic calculation is that the dynamics of the
interacting system by itself creates a renormalization of the pure Coulomb interaction into
a Yukawa-like potential independent of the value of «, which then without problems can
be taken to zero. The starting point of the theory is the self-energy ¥ _(k,ik,,).

12.1 The self-energy in the random phase approximation

To construct the diagrammatic expansion of the self-energy ¥ _(k,ik,) in (k,ik, )-space
we use the Feynman rules Eq. (11.24). In analogy with Eq. (11.18) the self-energy is given
by the sum of all the irreducible diagrams in G, (k, ik, ) removing the two external fermion

195
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lines G0 (k, ik, ). We recall that due to the charge compensating back ground in the jellium
model the Hartree self-energy diagrams vanish: ¥ (k,ik,) = e~~&) = 0. Thus:

For each order of W we want to identify the most important terms, and then resum
the infinite series taking only these terms into account. This is achieved by noting that
each diagram in the expansion is characterized by its density dependence through the
dimensionless electron distance parameter ry of Eq. (2.37) and its degree of divergence in
the cut-off parameter a.

12.1.1 The density dependence of self-energy diagrams
Consider an arbitrary self-energy diagram ni) (k,ik,) of order n:

n interaction terms

~ ~ e N
) (k,ik,) = x /dkl .../dkn wW(..w() 6°0)...¢°0) . (12.4)
~ ~~ 2n — 1 Green’s fcts

n internal momenta

We then make the integral dimensionless by measuring momenta and frequencies in powers
of the Fermi momentum £y and pulling out the corresponding factors of k,. We have
ko< kg, € o k%, and % x k:% Furthermore, [dk; o %szn f% o kffr?’ = kil, while
W(q) x W%ag x kg ? and G2(k) = ﬁ x kg . The self-energy diagram therefore has
the following kp- and thus rs-dependence:

n n 2n—1
Eg’n)(k’ik")“(kg) (sz> <sz> = kY« (12.5)

where in the last proportionality we have used ry = (97/ 4)% /(agkg) from Eq. (2.37). We
can conclude that for two different orders n and n/ in the high density limit, r;, — 0, we
have

n<n = ‘Eg”)(k,z‘kn)

> ‘zg"’>(k, k)|, for ry — 0. (12.6)

Egs. (12.5) and (12.6) are the precise statements for how to identify the most important
self-energy diagrams in the high density limit.
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12.1.2 The divergence number of self-energy diagrams

The singular nature of the Yukawa-modified Coulomb potential Eq. (12.1) in the limit
of small ¢ and « leads to a divergent behavior of the self-energy integrals. The more
interaction lines carrying the same momentum there are in a given diagram, the more
divergent is this diagram. For example (taking @ = 0) two lines with the momentum
q contributes with W (q)? which diverges as ¢~* for ¢ — 0 independent of the behavior
of any other internal momentum p in the diagram. In contrast, two lines with different
momenta q and q — p contributes with W (q)W (q — p), which diverges as ¢~* only when
both ¢ — 0 and p — 0 at the same time, i.e. in a set of measure zero in the integral over
q and p.

In view of this discussion it is natural to define a divergence number 5((77’) of the self-
energy diagram E((,n)(k, ik,) as

the largest number of interaction lines in

s = . 12.7
7 { n0 )(k, ik, ) having the same momentum q. (12.7)

Consider two diagrams E((,n’l) and 25,"’2) of the same order n. With one notable excep-

tion, it is in general not possible to determine which diagram is the larger based alone
on knowledge of the divergence number. The exception involves the diagram with the
maximal divergence number, i.e. when all n momenta in the diagram are the same. In the
limit o« — 0 this diagram is the largest:

sl =p = Dk, ik,)

> ‘Zf,"’z)(k,ikn)

for « — 0 and any
, { (n2) (12.8)

n-order diagram X

12.1.3 RPA resummation of the self-energy

Using the order n and the divergence number §, we now order the self-energy diagrams
in a (n,d)-table. According to Egs. (12.6) and (12.8) the most important terms are those
in the diagonal in this table where § = n. The first few diagrams (without arrows on the
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interaction lines for graphical clarity) are

3
G D
RRRREANT

-

It is clear that the most important diagrams in the high density limit are those having a
low order. For each given order the diagrams with the highest divergence number are the
most important. The self-energy in the random phase approximation (RPA) is an infinite
sum containing diagrams of all orders n, but only the most divergent one for each n:

q q q
q
R R Ay YO ; :
SRPA (L) = K .k t Lk q ; k (g + ...
P { () g
q q q (12.10)

Below we are going to analyze parts of the diagrams individually. This is straightfor-
ward to do, since the Feynman rules Eq. (11.24) are still valid for each part. An important
part of the self-energy diagrams in Eq. (12.10) is clearly the pair-bubble I1°(q, iq,,) = O
already introduced in Sec. 11.5.3. It plays a crucial role, because it ensures that all inter-
action lines W (q) carry the same momentum q. To make the fermion-loop sign from the
pair-bubble appear explicitly we prefer to work with x, = —TI1°, i.e.

_ , N _ 2 dp 1 1
O = —Xo (qa an)v X[)(qa ZQn) B szn / (27‘(’)3 (an + 1qn — §p+q) (an - gP) ‘
(12.11)

(12.9)

In fact, this x, is the same as the one introduced for other reasons in Sec. 9.7.
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With these explicit sign rules and the modified Feynman rules, we can decompose the
self-energy diagrams without ambiguities in the assignment of signs of the individual parts.
By introducing a renormalized interaction line —WERPA(§) = A we can, omitting
interaction line arrows, rewrite the RPA self-energy as

NRPA = A x } +:§+? +:? + .. = (12.12)

or, pulling out the convergent Fock self-energy d:l., as

= BIR LD b @

In the following we study the properties of the renormalized Coulomb interaction WEPA (g

12.2 The renormalized Coulomb interaction in RPA

The renormalized Coulomb interaction WEFA (q, ig,) introduced in Egs. (12.12) and (12.13)
can be found using a Dyson equation approach,

e
= A~~~ _{_’\’Oxm (12.14)

In (q, g, )-space this is an algebraic equation with the solution

. AN —Wi(q
W (q,iq,) = ~Mn = = (@) . (12.15)

. _Ni} 1 —W(a) xq(a,iqn)

Note the cancellation of the explicit signs from W and x, in the denominator. We can
now insert the specific form Eq. (12.1) for the Yukawa-modified Coulomb interaction, and
let the artificial cut-off parameter « tend to zero. The final result is

~WERPA(q,iq,) = ~AA

2
dmeg

WRPA i — '
(q Qn) a—s0 q2 — 471'6% Xo(qa an)

(12.16)
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WRPA (q,iq,) thus has a form similar to W(q), but with the important difference that the
artificially introduced parameter « in the latter has been replaced with the pair-bubble
function —47reg Xo(4, iq,) having its origin in the dynamics of the interacting electron gas.
Note that the pair-bubble is a function of both momentum and frequency. From now on
we no longer need a finite value of «, and it is put to zero in the following.

In the static, long-wave limit, q — 0 and ig, = 0 + in, we find that WEPA appears in
a form identical with the Yukawa-modified Coulomb interaction, i.e. a screened Coulomb
interaction

Are?

WRPA(q,0) — % 12.17
@0 = aphe (1217)

where the so-called Thomas-Fermi screening wavenumber, ks has been introduced,
k2 = —4red x,(0,0). (12.18)

In the extreme long wave limit we have
-1
WEPA(0,0) = ———. (12.19)
XO (07 0)

In the following section we calculate the pair-bubble x,(q,ig,), find the value of the
Thomas-Fermi screening wavenumber kg, and discuss a physical interpretation of the ran-
dom phase approximation.

12.2.1 Calculation of the pair-bubble

In Eq. (11.34) the pair-bubble diagram is given in terms of a p-integral and a Matsubara
frequency sum. The sum was carried out in Eq. (9.86) using the recipe Eq. (9.54):

Xo(a,1q,) =2 /(

dp 1p(Epiq) —np(p)
27(')3 €p+q - fp - lQH ‘

(12.20)

The frequency dependence of the retarded pair-bubble XOR can now be found by the
usual analytical continuation ig,, — w + in. We still have to perform the rather involved
p-integral. However, it is a simple matter to obtain the static, long-wave limit ¢ — 0
and ig,, = 0, and thus determine XOR(q,O). In this limiting case §, o — &p, and we can
perform a Taylor expansion in energy

ng

a0 — 2/(dp Cora”b0) g, - [ d(u-+ &) [—%]

—0 27)3 fp+q —ép

~ —d(ep), for kgT < ep. (12.21)

In the static, long-wave limit at low temperatures XOR (q,0) is simply minus the density
of states at the Fermi level, and consequenly, according to Eq. (12.19), WRPA(q —,0)
becomes

WERPA (¢ = 0,0) = (12.22)

d(EF)‘
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The Thomas-Fermi screening wavenumber ks is found by combining Eq. (12.18) with
Egs. (2.31) and (2.36),

2 2 R 2 4 kg
k; = —4mey x (0,0) = 4megd(ep) = — —, (12.23)

T ay

ay being the Bohr radius. This result is very important, because it relates the screen-
ing length 1/ks to microscopic parameters of the electron gas. It is therefore useful for
numerous applications. For metals k; ~ 0.1 nm™!.

We now turn to the more general case, but limit the calculation of x,(q,w +in) to the
low temperature regime kT < ep. Finite temperature effects can be obtained by using
the Sommerfeld expansion or by numerical integration. In the low temperature limit an
analytical expression is obtained by a straightforward but rather tedious calculation. In
the p-integral the only angular dependence of the integrand is through cos @, and we have

dp * dp ! 1
A = cos, —— = —p° [ dA, Cpq— $p = 5— (® —2pg)). (12.24)
(2m) o 4rm 1 2m

In the low temperature limit the Fermi-Dirac distribution is a step-function, and the
real part of x, is most easily calculated by splitting Eq. (12.20) in two terms, substituting
p with p — q in the first term, and collecting the terms again:

1 1
+
5= (2 —2pgA)+w 5 (P +2pg)) —w
(12.25)

de 1

. P 2

Re x,(q, w+in) :77/ 3.2 2p/d)\nF(§p) [
0 4T -1

The integrand is now made dimensionless by measuring all momenta in units of &y and
all frequencies and energies in units of e, such as
q w
T = — and Ty = — (12.26)
2kp dep’
and then the A-integral followed by the p-integral is carried out using standard logarithmic
integrals'. The final result for the retarded function XOR is

Re xF (q,w) = —2 d(ep) (% ; {@20) ;mf(m’ _x°)> , (12.27a)

where

(12.27h)

The imaginary part of x, in Eq. (12.20) is

kF d 1
Im x(q, w +in) 2/0 %pz/_ldk 5 (€piq) = 7 (Ep)] 0(€prgq — Ep—w).  (12.28)

'Useful integrals are [dx Mler = Llog(az +b) and [dzlog(ax + b) = L[(azx + b)log(az + b) — ax].
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Using 6(f[z]) = 6(x)/|f'[z]| the A-integral can be performed. A careful analysis of when
the delta-function and the theta-functions are non-zero leads to

%1—(%—1’)2], for |z — 22| < mp < 2 + 22
R
Im xj (q,w) = —d(ep) 5 %0, for 0 < zp < 7 — 22 (12.29)
0, for other xy > 0.

12.2.2 The electron-hole pair interpretation of RPA

We have learned above that the RPA results in a screened Coulomb interaction. To gain
some physical insight into the nature of this renormalization, we study the pair-bubble
diagram a little closer in the (q, 7)-representation. Choosing 7 > 0 in Eq. (9.84) we arrive
at

00(@7>0) =+ 3 [ 58 e 7) choly (chrao (7) vl (1230)

Consequently we can interpret x,(q,7 > 0) as the sum of all processes of the following
type: at 7 = 0 an electron is created in the state |po) and a hole in the state |p + qo),
which correspond to an electron jumping from the latter state to the former. At the later
time 7 the process is reversed, and the electron falls back into the hole state. In the
time interval from 0 to 7 an electron-hole pair is thus present, but this corresponds to
a polarization of the electron gas, and we now see the origin of the renormalization of
the Coulomb interaction. The RPA scheme takes interaction processes into account thus
changing the dielectric properties of the non-interacting electron gas. The imaginary part
of X(If(q,w), describes the corresponding dissipative processes, where momentum q and
energy w is absorbed by the electron gas (see also the discussion in Sec. 7.5).

In the remaining sections of the chapter we study how the effective RPA interaction
influences the ground state energy and the dielectric properties (in linear response) of the
electron gas.

12.3 The ground state energy of the electron gas

We first show how to express the ground state energy in terms of the single-particle Green'’s

functions G(k,ik,). That this is at all possible is perhaps surprising due to the presence

of the two-particle Coulomb interaction. But using the equation of motion technique

combined with an “integration over the coupling constant” method we obtain the result.
Let X be a real number 0 < A < 1, and define

H, = Hy— uN + \W, (12.31)

where H|, is the kinetic energy and W the Coulomb interaction Eq. (2.34). For A = 0
we have the non-interacting electron gas while for A = 1 we retrieve the full Coulomb
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interacting electron gas. According to Eq. (1.116) the thermodynamic potential Q =
U—-TS — uN is given by

Q(\) = —% In Tt [e—ﬂ(Ho—MNHW)] . (12.32)

By differentiating with respect to A we find

o0 1 Tr [ —BW e FHo—nN+AW)]
N B Tr [ A, HN-HAW)]

= (W),. (12.33)

By integration over A from 0 to 1 the change in €2 due to the interactions is found:

9(1)—9(0):/0 d; (AW, (12.34)

The subscript A refers to averaging with respect to H,. At T = 0 we have AE = AQ,
whence the ground state energy E of the system can be calculated as

1

d\
E = E° + lim : ~ (W), (12.35)

The expectation value (AW}, can be related to G, (k, ik, ) through the equation of motion
for G (k, 7) using Eqgs. (5.31) and (9.61b)

1 A
— 0 szaga(k,r)

= 5(7‘) + ]1} Z<T [H)\a Ckg’]( )7 CL0>)\

ko
1
=07+ 5 3 [ G206 7) =2 3 SWT, (1) g (7) qn () el
ko k'o'q
(12.36)
We now let 7 = 07 = —n and note that the last term is nothing but the interaction part
(A\W) of the Hamiltonian. Furthermore, using Fourier transforms we can at 7 = —n write

Gk, —n) = %szn G2 (k, ik, ) e and §(—n) = %szn e’fn We therefore arrive at the
following compact expression,

5 > (ik, — &) Go (K, ik,) € = 6_ D e 20w, (12.37)
tknko iknko
Collecting the sums on the left-hand side yields

B 3 [zk — e )G (K, ik,) — ] eifn = 2(AW), . (12.38)

ikpko
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We now utilize that 1 = [G2] G2 and furthermore that [G}] ™! = ik, — &, — ) to obtain

W), %VZZZA ) Gr(k, ik, eFn, (12.39)

ik, ko

and when this is inserted in Eq. (12.35) we finally arrive at the expression for the ground
state energy

0 A A . ikpm
E=E +%135—2BV122/ Yo (k,ik,) Go(k, ik, ) e, (12.40)

This expression allows for an diagrammatic calculation with the additional Feynman rule
that lim7_.q fol% must be performed at the end of the calculation. Moreover, it is a
remarkable result, because it relates the ground state energy of the interacting system to
the single-particle Green’s function and the related self-energy.

To improve the high-density, second-order perturbation theory of Sec. 2.2 we include
in Eq. (12.40) all diagrams up to second order and, through RPA, the most divergent
diagram of each of the higher orders. Since the self-energy ¥ contains diagrams from first
order and up, we do not have to expand the Green’s function G beyond first order:

) DR

Go( = (12.42)

Note that only the second diagram in Eq. (12.41) needs to be renormalized. This is
because only this diagram is divergent without renormalization. Combining Eq. (12.40)
with Egs. (12.42) and (12.41) we obtain to (renormalized) second order:

E—FE° %igb @Jr@Jr%Jer
= @4‘@4‘% (12.43)

Note the similarity between the three diagrams in this expression for £ — E° and the ones
depicted in Fig. 2.6b, Fig. 2.8a, and Fig. 2.8b. We will not go through the calculation of
these diagrams. The techniques are similar to those employed in the calculation of the
pair-bubble diagram in Sec. 12.2.1. The RPA renormalization of the interaction line in
the second diagram in Eq. (12.43) renders the diagram finite. Since the Thomas-Fermi
wavenumber k; replaced « as a cut-off, we know from Eq. (12.2) that this diagram must

Q
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be proportional to logks; and hence to logr;. We are now in a position to continue the
expansion Eq. (2.43) of E/N in terms of the dimensionless distance parameter rs,

E R 2.211 _ 0.916
N rs—0

+0.0622 logr, — 0.094) Ry. (12.44)

r2 Ts

This expression ends the discussion of the ground state energy of the interacting electron
gas in the jellium model. By employing the powerful quantum field theoretic method,
in casu resummation of the Feynman diagram series for the single-electron self-energy
and Green’s function, we could finally solve the problem posed by the failed second order
perturbation theory.

Having achieved this solution, we will also be able to study other aspects of the inter-
acting electron gas. In the following we focus on the dielectric properties of the system.

12.4 The dielectric function and screening

Already from Eq. (12.15) it is clear that the internal dynamics of the interacting electron
gas lead to a screening of the pure Coulomb interaction. One suspects that also external
potentials ¢ext Will be screened similarly; and indeed, as we shall see below, this is in fact
the case. As in Sec. 6.4 we study the linear response of the interacting system due to the
perturbation H' caused by ext,

H = / dr [—e p(r)] bt (r, 1), (12.45)

where p(r) is the particle density and not, as in Sec. 6.4, the charge density. Since the
unperturbed system even with its Coulomb interacting electrons is translation-invariant,
we write all expressions in Fourier (q,w)-space. The external potential ¢eyx(q,w) cre-
ates an induced charge density pinq(q,w). Through the Coulomb interaction this in turn
corresponds to an induced potential

—€pPind r 1

ualr) = [ TP ) = 5 W) e puala). (1246
meylr — 1| e

We divide with e? since W (q) by definition contains this factor. Next step is to use the

Kubo formula, which relates [—e pinq(r)] with the external potential and with the retarded

density-density correlator

[—€ pina(@)] = (—€)* CF(a, —q) Pext () = € x*(Q) Pext (@) (12.47)
Collecting our partial results we have
$ind(d,w) = W(Q) x™(q,w) dext(q,w), (12.48)

where x®(q,w) is the Fourier transform of the retarded Kubo density-density correlation
function x®(q,t —t'), see Eqs. (7.75) and (7.76),

([p(at), p(=at")])u, (12.49)

<| =
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Here the subscript ’eq’ refers to averaging in equilibrium, i.e. with respect to H = Hy+ W
omitting H'. In terms of the polarization function Y, the total potential ¢ot(q,w) can
be written as

Grot (A w) = Pext(Qyw) + Pina(q,w) = [ 1+W(q) XR(qaw) ] Pext (A, w). (12.50)

When recalling that ¢o corresponds to the electric field E, and ¢eyt to the displacement
field D = ¢,cE, we see that the following expression for the dielectric function or electrical
permittivity € has been derived:

Saa) 14+ W(q) x®(q,w). (12.51)

So upon calculating x*(q,w) we can determine ¢(q,w). But according to Eq. (9.30) and
the specific calculation in Sec. 9.7 we can obtain x®(q,w) by analytic continuation of the
corresponding Matsubara Green’s function

&

X (a,w) = x(q,igq, = w +in), (12.52)

where x(q,ig,) is the Fourier transform in imaginary time of x(q,7) given by Eq. (9.82):

1

X(qv T) = _§<TT p(qv T) p(_qv 0)>eq' (1253)

We will calculate the latter Green’s function using the Feynman diagram technique.
From Eq. (1.93) we can read off the Fourier transform p(+q):

p@) = i P = oo (12.54)
po ko
Hence x(q, 7) is seen to be a two-particle Green’s function of the form

X(qv T) = _< TT Z CJ[r)a’ (T)Cp+q0" (T) C;rc+qacka>eq
po'ko

= —<p>eq <p>eq + Z (T, Cptqo’ (T)CkUCLU,(T + n)cL+qU(n)>zznneCted. (12.55)
po'ko

Here, as in Eq. (11.6), n = 0" has been inserted to ensure correct ordering, and we have
divided the contributions to x into two parts. One part where the two density operators
are disconnected from one another, and the other part where they mix. The disconnected
part is zero since the expectation of the charge density in the neutralized and homogeneous
jellium model is zero. The second term has a structure similar to the simple pair-bubble
diagram with an external momentum q flowing through it.

It is now possible to apply the Feynman rules Eq. (11.24) directly and to write the
diagrammatic expansion in (q, iq,, )-space of x(q,iq,) = x(¢). We only have to pay special
attention to rule (4), where it for the single-particle Green’s function is stated that the
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diagrams must contain two Green’s functions with the external momentum k. This rule
was a direct consequence of the definition of G(k, 7),

Gk, 7) = (T, e (1) c}) = k. (12.56)

Likewise for x(q,7), except this is a two-particle Green’s function with two operators at
each of the external vertices instead of just one. One straightforwardly get the following
vertices corresponding to p(q) and p(—q):

p k
x(q,7) ~ (T, CI)O"(T)Cp-i-qo" (1) ckUcL+qa> = < e > (12.57)

p+y k+q
The initial (right) vertex absorbs an external four-momentum ¢ while the final (left) vertex

reemits g. We must then have that x(¢) is the sum of all possible diagrams that connect
the two p-vertices and that involve any number of Coulomb interaction lines.

In analogy with the self-energy diagrams in Sec. 11.3, we define the irreducible diagrams
in the y-sum as the ones that cannot be cut into two pieces by cutting any single interaction
line e~~~e :

irr(

the sum of all irreducible diagrams in x/(q)

_ p</>+<kb+® +@+®+...
= % ~ (12,50

+q

xX"(q)
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Hence we can resum x(q) in terms of x'"(¢) and obtain a Dyson equation for it,

- D> + O~ D> + >~~~ D> +
= O + O < | D> + D~ +
@D+ D~ B> = DT @OW@ @, (12.60)

with the solution

<> -
x(q) = B> = - XD (12.61)
1_@‘ 1 —=W(q) x*(q)

With this result for x(q,ig,) we can determine the dielectric function,

1 X" (q, iq,) 1
(@ ian) DT Wi (i) ~ T-W@ o (aig)
or more directly
2
. lI'I' 6 II'I'
0

Note it is e? and not e% that appears in the last expression. In RPA X (q, ig,) is approx-
imated by the simple pair-bubble

X" (a,iq,) = » ~ o = xo(a,ig,) (12.64)

This results in the RPA dielectric function e*F4(q, ig,,)
2
e

q,iq,) = 1—=W(q) xy(q,ig,) = 1— on(q,iqn)- (12.65)
0

6RPA (

The entire analysis presented in this section leads to the conclusion that the external
potentials treated in linear response theory are renormalized (or screened) in the exact
same way as the internal Coulomb interactions of the previous section,

. 1 ) Pext (a7,
BPA ext \Yy ¢Up
q,1q,) = spi——— Pext(q;1q,) = ian)
tot (a, n) SRPA(q,an) ext (4 n) 1-— 6;22 Xo(cb iqn)

(12.66)
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This conclusion can be summarized in the following two diagrammatic expansions. One is
the internal electron-electron interaction potential represented by the screened Coulomb in-
teraction line WRPA, The other is the external impurity potential Egs. (10.25) and (10.30)
represented by the screened electron-impurity line wRF4.

—WRPA(q,iqn):NW:M+0v~ON+MOv~O~AQ+...

(12.67)

URPA(q) — === =}°{: .———W—i— 'V\O——W‘f‘ ."‘O"‘O'_*_i_ o

(1'2.68)

12.5 Plasma oscillations and Landau damping

We now leave the static case and turn on an external potential with frequency w. The goal
of this section is to investigate the frequency dependence of the dielectric function £(q, w).
We could choose to study the full case described through XOR(q, w) by Egs. (12.27a)
and (12.29), but to draw some clear-cut physical conclusions, we confine the discussion to
the case of high frequencies, long wave lengths and low temperatures, all defined by the
conditions

vpq < w (or z <K x9), q <L kg (orz < 1), kT < ep. (12.69)

In this regime we see from Eq. (12.29) that Im XOR = 0. To proceed we adopt the following
notation

_ dp Xdp o [
A = cos 0, /W = /0 4—,"_2 p /;ld/\, gp*q — fp ~ hqu)\. (1270)

Utilizing this in Eq. (12.20) and Taylor expanding ny as in Eq. (12.21) we obtain

1 1
Re x& (q,w) ~ 9.3 /dpp2 d(ep — €F)/ d\ (12.71)
n ~1
We rewrite the delta-function in energy-space to one in k-space, and furthermore we
introduce a small dimensionless variable z:

dp—k
S(ep — £p) = op — kp) P ke, vy —vp, 2= LENLI (12.72)
hwg w
This in inserted in Eq. (12.71). The variable A is substituted by z, and the smallness of
this new variable permits the Taylor expansion z/(1 — 2) ~ z + 2% + 23 + 2%,
1 » 1 w avp/w z

dz

Re yFlquw) ~ — k2 —
€ Xo () 212 F hop qup Cqupfw L—%

1 kpw 15 1.4 1, 1 q+op/w
= 272 hqv%‘ [§Z +§Z +Zz +g —qup/w
2
n q [ 3 qup 2}
-2 |14+ 2(LE 12.73
m w? + 5( w e ( )
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where in the last line we used vp = fikp/m and 3w%n = k:% Combining Eqs. (12.65)
and (12.73) we find the RPA dielectric function in the high-frequency and long-wavelength
limit to be

2
RPA 1Y 3 (qup,2
e M qw) =1 2 {l—i— : ( " ) ], (12.74)

where the characteristic frequency w,,, well known as the electronic plasma frequency, has

been introduced,
2
Wy = | /E. (12.75)

12.5.1 Plasma oscillations and plasmons

The plasma frequency is an important parameter of the interacting electron gas setting
the energy scale for several processes, e.g. it marks the limit below which metals reflects
incoming electromagnetic radiation, and above which they become transparent. Typical
values are w ~ 10'6 Hz, putting it in the ultra-violet part of the electromagnetic spectrum.
It is determined by the electron density n and the effective band-mass m of Eq. (2.16). The
former parameter can be found by Hall effect measurements, while the latter can be de-
termined from de Haas-van Alphen effect?. Using the observed parameters for aluminum,
n =181 x 10 m 2 and m = 1.115 my, we obtain w)! = 2.27 x 10! Hz = 15.0 eV.

A very direct manifestation of the plasmon frequency is the existence of the collective
charge density oscillations, the plasma oscillations. Theoretically, the existence of these
oscillations is proved as follows. Consider the relation D = ¢ ¢,E or the related one,
Gext(qyw) = £(q,w) Gtot(q,w). Note that £(q,w) = 0 in fact allows for a situation where
the total potential varies in space and time in the absence of any external potential driving
these variations. We are thus about to identify an oscillatory eigenmode for the electron
gas. Let us calculate its properties in RPA from Eq. (12.74).

6RPA( 2 2,3 (%)2

w)=0 = wxw +- = w(Q) =w —1—3
D)= ~ T E V=TT

02
£ 2 (12.76)
Wp
Recall that in the high frequency regime Im X(I){ and consequently Im € is zero, so no
damping occurs. Thus by Eq. (12.76) it is indeed possible to find oscillatory eigenmodes,
the plasma oscillations. They have a simple quadratic dispersion relation w(q) starting
out from w), for ¢ = 0 and then going up as ¢ is increased.

But how could one be convinced of the existence of these oscillations? One beautiful
and very direct verification is the experiment discussed in Fig. 12.1. If some eigenmodes
exist with a frequency ~ w,, then, as is the case with any harmonic oscillator, they must

2The de Haas-van Alphen effect is oscillations in the magnetization of a system as the function of an
applied external magnetic field. The Fermi surface can be mapped out using this technique as described
in Ashcroft and Mermin, Solid State Physics, chapter 14. For the determination of the electron band mass
m in aluminum see N.W. Ashcroft, Philos. Mag. 8, 2055 (1963) regarding aluminum.
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(a) (b)

Iy
AFE
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U

Figure 12.1: (a) Observation of plasmons in high-energy electron transmission spec-
troscopy on a 258 nm wide aluminum foil, by Marton et al. Phys. Rev. 126, 182 (1962).
The initial energy is F; = 20 keV, and the final energy E; is measured at zero scattering
angle on the other side of the foil. The energy loss E; — E; clearly reveals loss in quanta
of AE. The energy quantum AFE was found to be 14.8 eV in good agreement with the
plasma frequency determined by other methods to be 15.0 eV. (b) A sketch of a typical
microscopic process, here with the emission of three plasmon during the traversal.

be quantized leading to oscillator quanta, denoted plasmons, with a characteristic energy
of Tw,. In the experiment high energy electrons with an initial energy E; = 20 keV are
shot through a 258 nm wide aluminum foil. The final energy, Ey, is measured on the other
side of the foil, and the energy loss E; — Ey can be plotted. The result of the measurement
is shown in Fig. 12.1(a). The energy loss clearly happens in quanta of size AE. Some
electrons traverse the foil without exciting any plasmons (the first peak), others excite
one or more as sketched in Fig. 12.1(b). On the plot electrons exciting as many as seven
plasmons are clearly seen. Note that the most probable process is not the plasmon-free
traversal, but instead a traversal during which two plasmons are excited. The value of the
energy loss quantum was measured to be AE = 14.8 eV in very good agreement with the
value of the plasma frequency of 15.0 eV for bulk aluminum.

12.5.2 Landau damping

Finally, we discuss the damping of excitations, which is described by the imaginary part
Im X(If(q,w). The pure plasma oscillations discussed above are examples of undamped
or long-lived excitations. This can be elucidated by going to the retarded functions in
Eq. (12.66)

Bror " (@yw) = efe“(q’w) —. (12.77)
1= xo(q,w +in)
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hw
To= 57— A R
dep Im x4 (q,w)
propagating 1 A
plasmons < Landau damped plasmons
hw, N\ Im XUR # 0. The Qissipative
Ao electron-hole continuum
F
0 ‘ >
)
1 T =5
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Figure 12.2: A gray scale plot of Im X(If(q,w). The variables are rescaled according to
Eq. (12.26): = = q/2kp and x¢ = hw /4ep. Note that Im Xé%(q,w) # 0 only in the gray
scaled area, which is bounded by the constraint functions given in Eq. (12.29). The darker
a shade the higher the value. Also shown is the plasmon branch with its propagating and
damped parts. The parameters chosen for this branch are those of aluminum, e, = 11.7 eV
and w, = 15.0 eV.

In the case of a vanishing imaginary part Im y, we find a pole on the real axis:

¢ext(qaw)
1— -5 Re xo(q,w) +in

€0a?

(12.78)

RPAR _
¢tot (qv w) -

If, however, ImXéLE # 0 we end up with a usual Lorentzian peak as a function of w, signaling
a temporal decay of the total potential with a decay time proportional to Im X(I)%,

Bro T (qw) = GECHL) : (12.79)

2 . 2
1= =7 Rexg(q,w) + iz Tm xo(q, w)

qu

In Eq. (12.29) we have within RPA calculated the region the (q,w)-plane of non-vanishing
Im XOR, and this region is shown in Fig. 12.2. The physical origin of the non-zero imaginary
part is the ability for the electron gas to absorb incoming energy by generating electron-
hole pairs. Outside the appropriate area in (¢, w )-space, energy and momentum constraints
prohibit the excitation of electron-hole pairs, and the electron gas cannot absorb energy
by that mechanism.

Another way to understand the effect of a non-vanishing Im X(l)% is to link it to the
conductivity o of the electron gas. It is well-known that the real part of o is associated
with dissipation (Joule heating), when a current J is flowing. But from Eq. (6.43) it
follows that

1
e Im x& = ——a (Re 0)-q, (12.80)
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whereby it is explicitly confirmed that a non-vanishing Im X(If is associated with the ability
of the system to dissipate energy.

Finally we remark that in Fig. 12.2 is shown the dispersion relation for the plasmon
excitation. It starts out as a bona fide excitation in the region of the (¢, w)-space where
the RPA dissipation is 0. Hence the plasmons have infinite life times for small . However,
at some point the dispersion curve crosses into the dissipative Im x, # 0 area, and there
the plasmon acquires a finite life time. In other words for high ¢-values the plasmonic
excitations are not exact eigenmodes of the system, and they are damped out as a function
of time. In the literature this damping mechanism is denoted Landau damping.

12.6 Summary and outlook

In this chapter we have used the Feynman rules for pair-wise interacting particles to
analyse the Coulomb-interacting electron gas in the jellium model. The main result was
the RPA resummation of diagrams to all orders in perturbation theory valid in the high
density limit. In particular we found the self-energy

SRPA (K ik,) = A x >+z>+})+ g; : + .| =

This result was used to calculate the ground state energy of the electron gas

E—EY 2.211  0.916
— = @ +@ + % - < — +0.0622 log 7, — 0.094) Ry.
r; Ts

We also used the RPA analysis to study the dielectric properties of the electron gas. One
main result was finding the screening of the Coulomb interaction both for the internal
interaction and for external potentials, here expressed by their Dyson’s equations

—WRPA(q, an) = ARARARARS = o8-t m@w
URPA(q) — .:::::}c{ = .———*—FM\O::*

Explicit expressions for the dielectric function e(q,w) was found in two cases, (i) the
static, long-wave limit and (ii) the high frequency, long-wave limit,

4 k
) where k2 =— -E
T ay

15 (7]

efPA(q,0) = 1+

eRPA (quw > qup) = 1—

ol el
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Finally, we studied the plasma oscillations of the electron gas found from the condition
eR®PA(q,w) = 0, and found the dispersion relation involving the plasma frequency W,

3 vp ne?
wl(qQ) =w,+— —q°, here w, =4/ —.
(4) = wp + 10 wy 1 v b me,

The RPA analysis has already given us a good insight in some central physical proper-
ties of the electron gas. Moreover, it plays a crucial role in the studies of electron-impurity
scattering, electron-phonon interaction, superconductivity, and of many other physical
phenomena involving the electron gas.



Chapter 13

Fermi liquid theory

The concept of Fermi liquid theory was developed by Landau in 1957-59 and later refined
by others'. The basic conclusion is that a gas of interacting particles can be described by
a system of almost non-interacting “quasiparticles”. These quasiparticles are approximate
excitations of the system at sufficiently short time scales. What we mean by “sufficiently
short” of course has to be quantified, and this condition will set the limits for the appli-
cability of the theory.

The Fermi liquid theory is conceptually extremely important, because it explains why
the apparently immensely complicated system of for example interacting electrons in a
metal can be regarded as a gas of non-interacting particles. This is of course an enormous
simplification, and it gives the theoretical explanation of why all the results that one gets
from the widely used free electron model work so well.

The quasiparticle concept furthermore gives the theoretical foundation of the semi-
classical description. The quasiparticle distribution function satisfies a kinetic equation,
which may include scattering from one state to another for example due to impurity scat-
tering. This equation is known as the Landau transport equation, and it is equivalent
to the well-known Boltzmann equation from kinetic gas theory. In this description the
potential is allowed to vary in space due to some external perturbation or due to inter-
actions with the inhomogeneous density of quasiparticles. Using the Landau transport
equation we shall see that the collective modes derived in the previous chapter also come
out naturally from a semi-classical description and, furthermore, the conductivity, which is
calculated from microscopic considerations in Chap. 14, also is easily understood in terms
of scattering of quasiparticles.

13.1 Adiabatic continuity

The Fermi liquid theory is based on the assumption that starting from the non-interacting
system of particles one can analyze the interacting case by applying perturbation theory.
This is in fact a rather stringent criterion, because it means that one cannot cross a phase

!See for example the collection of reprints in the book: D. Pines The Many-body problem, Addison-
Wesley (1961,1997).
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boundary line. This is because a phase transition, such as for example the ferromagnetic
transition discussed in Chap. 4, cannot be reached by perturbation theory starting from
the paramagnetic phase.?

If the excitations of the non-interacting system are connected to the excitations of
the interacting system by a one-to-one correspondence (at least on short time scales as
explained below) the two cases are said to be connected by “adiabatic continuity”. If you
imagine that we start from the non-interacting system excited in some state and then
turn on the interaction adiabatically, i.e. so slowly that the occupation numbers are not
changed, then we would end up in a corresponding excited state of the interacting system.
What we really are claiming is that the excited states of the interacting system can be
labeled by the same quantum numbers as those we used to label the non-interacting system
by.

As a simple example of adiabatic continuity we now consider a particle trapped in a
one-dimensional potential. The one-dimensional potential will have a number of bound
states with discrete eigenenergies and a continuum of eigenenergies corresponding to the
delocalized states. We now imagine changing the potential slowly. As an example consider
a potential of the form

V(x,t) = —Vo(t)exp (—2%/223) (13.1)

where the depth of the well is time dependent, and let us suppose that it is changing
from an initial value Vp; to a final value Vpo. If this change is slow the solution of the
Schrodinger equation

2
i0p)(x,t) = H(t)(x,t) = (2p—m + V(x,t)) P(x,t), (13.2)

can be approximated by the adiabatic solution

Yadia(@,£) & gy (@) exp =iy 1) | (13.3)

where 1y (x) is the solution of the static (or instantaneous) Schrédinger equation, with
energy E

Vo (®)

H(t) iy ) (@) = By by ) (). (13.4)

Note that both )y, (z) and Ey, (1) depend parametrically on the time through Vo(t). The
accuracy of the solution in Eq. (13.3) is estimated by inserting Eq. (13.3) into Eq. (13.2),
which yields

iO¢adia(z,t) = By, Yadia(@,t) + (a%dia(x’t)> <8V0(t)

Vo) Y ) = Hiagia(w,t).  (13.5)

2This fact you can understand from the concept of broken symmetry explained in Sec. 4.3. The phase
with broken symmetry can only occur if the ensemble of states in the statistical average is truncated.
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Thus we have an approximate solution if the first term dominates over the second term.
Multiplying by and integrating over x we have the adiabaticity condition

%(t)‘ 1/Jadia> (81/(;(75))

where we have reinserted i, because it emphasizes the semi-classical nature of the approx-
imation: the smaller the & the better the approximation.

Thus apparently our conclusion is that if the rate of change of Vj(¢) is small enough Eq.
(13.6) is always fulfilled, and the solution for the new value of Vy = Vjy2 can be found be by
starting from the solution with the old value of Vj = V1 and “adiabatically” changing it
to its new value. For example if the first excited state is a bound state, it will change to a
somewhat modified state with a somewhat modified energy, but most importantly it is still
the first excited state and it is still a bound state. This may sound completely trivial, but
it is not, and it is not always true. For example if the real solution during this change of
from Vj1 to Vo changes from a bound state to an un-bound state (if Vpo is small enough
there is only one bound state), then it does not matter how slowly we change Vj. The two
states can simply not be connected through small changes of Vjy, because one is a decaying
function and one is an oscillatory function. This is an example where perturbation theory
to any order would never give the right answer. The important message is, however, that
if we avoid these transitions between different kinds of states, adiabatic continuity does
work. In the following this idea is applying to the case of interacting particles.

%
adia

: (13.6)

Vo (®)

‘E

> h ‘<¢adia

13.1.1 The quasiparticle concept and conserved quantities

The principle of adiabatic continuity is now applied to the system of interacting particles.
It is used to bring the excitations of the interacting case back to the well-known excitations
of the non-interacting case, thus making computation possible. In doing so we gain the
fundamental understanding that the interacting and the non-interacting cases have a lot
in common.

When calculating physical quantities, such as response functions or occupation num-
bers we are facing matrix elements between different states, for example between states
with added particles or added particle-hole pairs

(ko)) = chyln),  [(ko)ys (K'o')n) = chycpln),  ete. (13.7)

where n is some eigenstate of the interacting system. The first term inserts a particle while
the second term creates both a particle and hole. If we now imagine letting time evolve
according to a Hamiltonian where the interaction is gradually switched off at a rate (

H; = Hy + Hype ™ t, t>0, (13.8)
¢

then according to Eq. (5.18) the time evolution with the time dependent Hamiltonian is

t
ko) (t) = T} exp <—i /0 dt’HC(t’)> ko) = Uq(t,0)[ko). (13.9)
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If, under the conditions of adiabaticity, we can bring the states (|(ko),),|(ko)p; (ko')p),
etc) all the way back to the non-interacting case, then the matrix elements are identical
to those of the non-interacting case. For example

((k’o’)p|(ka)p):<(k’a’)p|Ug(t,O)Ug(t,0)|(ka)p> —  ((K'o")p|(ko)p)o.  (13.10)

t—00

There are two important assumptions built into this construction:

1. The adiabatic procedure is valid when the energy of the state is large com-
pared to the rate of change, i.e. e, > ( (as in Eq. (13.6)), or, since typical
excitation energies are of order of the temperature, this is equivalent to
assuming kT > (.

2. The interactions do not induce transitions of the states in question, or in
other words the life-time 7, of the state is long compared to (7!, that is
Tige > ¢

This apparently leaves an energy window where the idea makes sense, namely when
we can choose a switch-off rate ¢ such that

T < ¢ < kpT. (13.11)

The last condition can in principle always be meet at high enough temperatures, whereas
the first one is not necessarily possible. Below we shall see that it is indeed possible to make
the approximations consistent, because the life-time turns out to be inversely proportional
to the square of the temperature, Tl;fi oc T2. Thus there is always a temperature range at
low temperature where Eq. (13.11) is fulfilled.

Next we discuss the properties of the state with an added particle, |(ko),). It is clear
that the state where the interaction is switched off U¢ (o0, 0)|ko) has a number of properties
in common with the initial state |(ko),), namely those that are conserved by the Hamil-
tonian: (1) it has an excess charge e (compared to the groundstate), (2) it carries current
—ehk/m, and (3) it has excess spin 0. Here —e and m are charge and mass of the electrons,
respectively. These properties are all conserved quantities because the corresponding op-
erators (1) the total charge Q@ = —eN, (2) the total current J. = —e ), v, n, . and
(3) the total spin S = Y, on,, all commute with the Hamiltonian. Most importantly,
the adiabatic continuity principle can also be used to calculate the distribution function,
and therefore the distribution function <cLUckU> = ((K'o')p|(ko)p) — ((K'o'),l(ko)p)o is
a Fermi-Dirac distribution function. This leads us to the definition of quasiparticles:
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Quasiparticles are the excitations of the interacting system corresponding to
the creation or annihilation of particles (for example particle-hole pair state
|(ko)p; (kK'0’)n). The quasiparticles can be labeled by the same quantum numbers
as the non-interacting case, provided that the corresponding operators commute
with the Hamiltonian. For a translation-invariant system of electrons interacting
through the Coulomb interaction, the quasiparticles quantum numbers are thus
k and o and they carry charge —e and velocity vy = hik/m. The quasiparticle
concept only makes sense on time scales shorter than the quasiparticle life time.
The quasiparticle are thus not to be thought of as the exact eigenstates. At low
temperatures there are only a few quasiparticles, and they therefore constitute a
dilute gas. Finally the quasiparticles are in equilibrium distributed according to
the Fermi-Dirac distribution function.

In the following we make use of the quasiparticle concept to calculate the screening
and the transport properties of an electron gas.

13.2 Semi-classical treatment of screening and plasmons

In Chap. 12 we saw how the collective modes of a charged Fermi gas came out of a
rigorous diagrammatical analysis. Here we shall rederive some of this using a less rigorous
but maybe physically more appealing approach. Consider a uniform electron gas which is
subject to an external potential ¢ (r,t). We can include the external potential as a local
change of the potential felt by the charged quasiparticles.®> Now, if the local potential of
the quasiparticles is space and time dependent so is then the density of quasiparticles,
because they will of course tend to move towards the low potential regions. This in turn
changes the electrical potential because the quasiparticles are charged and therefore the
total potential ¢, is given by the sum of the external potential ¢, and the induced
potential ¢, ;. The induced potential is caused by the excess or deficit of quasiparticles.
Thus we write the resulting local potential ¢ (r,t) as

¢t0t (I‘,t) = ¢ext (I‘,t) + Qsind(rat)' (1312)

The induced potential ¢, ; created by the induced density pinq, which in turn depends on
the total potential, must be determined self-consistently.

3Note that we are here invoking a new concept namely local equilibrium, because otherwise we could
not talk about a local potential. Clearly, this only makes sense on length scales larger than a typical
thermalization length. The thermalization length is the length scale on which thermal equilibrium is
established.
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13.2.1 Static screening
First we consider linear static screening. To linear order in the local total potential and
at low temperatures the induced charge density is given by

pua(e) = o 3 [ (6 + (~€)n (1)) = o (&)
k

~ _(_e)qstot(r)% Z (‘%) ~ —(—€)pior(r)d(cp), (13.13)

k

where &y is quasiparticle energy measured relative to the equilibrium chemical potential
and d(ey) is the density of states at the Fermi level. From this we get the induced potential
in real space and in g-space as

o) = = [ W= )paal0) & draa(@) = — W (@pmala) = ~W (@ (@l(er).

(13.14)
which when inserted into (13.12) yields
bolt) = G (5.0) = W(@dep)binla) = dhala) =Bt (1315)
and hence
f(a) = 1+ W (@) d(ep), (13.16)

in full agreement with the conclusions of the RPA results Egs. (12.65) and (12.66) using
X& = —d(ep) from Eq. (12.21).

13.2.2 Dynamical screening

In the dynamical case, we expect to find collective excitations similar to the plasmons
found in Sec. 12.5. In order to treat this case we need to refine the analysis a bit to allow
for the time it takes the charge to adjust to the varying external potential. Consequently,
the induced charge density at point r at time ¢ now depends on the total potential at some
other point r’ and at some other (previous) time t'. The way to describe this is to look
at the deviation of the distribution function ny of a quasiparticle with a given momentum
p = ik (below we as usual use i = 1). This deviation depends on both r and ¢, so that

nk = nk(t)(r,t). (13.17)

The dynamics are controlled by two things: the conservation of charge and the change
of momentum with time. The first dependence arises from the flow of the distribution
function. Because we are interested in times shorter than the life time of the quasiparticles,
the number of quasiparticles in each state is conserved. The conservation of particles in
state k is expressed in the continuity equation

nk+ Ve jxk =0, (13.18)
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where the current carried of quasiparticles in state k is given by jx = ving = (hk/m)n,
and hence we get
A (i) + k - Vieng 4 vic - Ve = 0, (13.19)
which is known as the collision-free Boltzmann equation?.
The second dependence follows from how a negatively charged particle is accelerated
in a field, i.e. simply from Newton’s law

P = — (=€) Vo (r, 1) (13.20)

Again it is convenient to use Fourier space and introducing the Fourier transform ny(q, w).
Using Eq. (13.20) we find

Onx
(i i Vi) = i (0 Vi) i (6:0) = ie (@ Vi) (=505 ) g o)

(13.21)

To linear order in the potential ¢,,, we can replace the ny on the righthand side by the
equilibrium distribution n) = nr(¢) and hence we find

q-Vidk onr (k)
= — — . 13.22
mfa) = S (L)) (g, (g0 (13.22)
From this expression we easily get the induced density by summation over k
q- Vi Inr (k)
n ) - - , , 13.23
) =5 30 (TEE) (celae). 1829

where the factor 2 comes from to spin degeneracy. This is inserted into Eqs. (13.14) and
(13.12) and we obtain the dielectric function & = ¢y /Pror in the dynamical case

e(q) = Z wq_quﬁik (— 8"5 g(fk)> . (13.24)

At w = 0 we recover the static case in Eq. (13.16), because Vi &k = vk. At long wavelengths
or large frequencies qu > w, we find by expanding in powers of ¢ that

@1 - D25 v (< 2EE) oy ()7 (aaa)

which agrees with Eq. (12.74) in Sec. 12.5. Note that q drops out because W(q) o ¢ 2.

We have thus shown that in the long wavelength limit the semi-classical treatment,
which relies on the Fermi liquid theory, gives the same result as the fully microscopic theory,
based on renormalization by summation of the most important diagrams. We have also
gained some physical understanding of this renormalization, because we saw explicitly how
it was due to the screening of the external potential by the mobile quasiparticles.

*Here r and t are independent space and time variables in contrast to the sometimes used fluid dynamical
formulation where r = r(t) follows the particle motion.
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13.3 Semi-classical transport equation

Our last application of the semi-classical approach is the calculation of conductivity of
a uniform electron gas with some embedded impurities. This will in fact lead us to the
famous Drude formula. Historically, the Drude formula was first derived in an incorrect
way, namely by assuming that the charge carriers form a classical gas. We know now
that they follow a Fermi-Dirac distribution, but amazingly the result turns out to be the
same. In Chap. 14 we will furthermore see how the very same result can be derived in a
microscopic quantum theory starting from the Kubo formula and using a diagrammatic
approach.

As explained in Chap. 10, the finite resistivity of metals at low temperatures is due
to scattering against impurities or other imperfections in the crystal structure. These
collisions take momentum out of the electron system, thus introducing a mechanism for
momentum relaxation and hence resistance. A simple minded approach to conductivity
would be to say that the forces acting on a small volume of charge is the sum of the
external force and a friction force that is taken to be proportional to the velocity of the
fluid at the given point. In steady state these forces are in balance and hence
mv -0 = J=—env :eznTp—relaxE = o= nesz—rela.x,
Tp—relax m m

(13.26)

—(—e)E +

where o is the conductivity and 7;,_relax is the momentum relaxation time.

Microscopically the momentum relaxation corresponds to scattering of quasiparticles
from one state |ko) with momentum 7k to another state |k’c’) with momentum 1k’. For
non-magnetic impurities, the ones considered here, the spin is conserved and thus o = o’.
The new scattering process thus introduced means that the number of quasiparticles in
a given k-state is no longer conserved and we have to modify Eq. (13.18) to take into
account the processes that change the occupation number ny. The rate of change is given
by the rate, I'(k'c+ ko), at which scattering from the state |ko) to some other state |k'c’)
occurs. It can be found from Fermi’s golden rule

DKot ko) = 21 |(K'0|Vimp ko) |” 6(6k — &), (13.27)

where Vi, is the impurity potential. The fact that the scattering on an external potential
is an elastic scattering is reflected in the energy-conserving delta function. The total
impurity potential is a sum over single impurity potentials situated at positions R; (see
also Chap. 10)

Vimp(r) = Y _u(r — Ry) (13.28)
i
We can then find the rate I" by the adiabatic procedure where the matrix element (k'c|Vipp|ko)
is identified with non-interacting counterpart (k'c|Vimp ko), , where [ko)o = e’ /\/V, and
we get
2

21 —ik'r ikor
Ik o+ ko) =Twoio = > ;/dre Ty — Ry) et T §(6 — &), (13.29)
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Of course we do not know the location of the impurities exactly and therefore we perform
a positional average. The average is done assuming only lowest order scattering, i.e. leav-
ing out interference between scattering on different impurities. Therefore we can simply
replace the sum over impurities by the number of scattering centers, Niyp = nimpV, and
multiplied by the impurity potential for a single impurity u(r). We obtain

/dr e*i(k*k’)'ru(r)

Now the change of ny due to collisions is included in the differential equation Eq. (13.18)
as an additional term. The time derivative of ny becomes

d 0
Nke)(r,t) = (—nk> + <—nk> , (13.31)
® dt flow—force ot collisions

where the change due to “flow and force” is given by the left hans side in Eq. (13.19). The
new collision term is not a derivative but an integral functional of ny

2

Nim
0k —&w) = Vka,’k' (13.30)

Nimp

v

Fk’,k =27

0 Nim
<a—nk> =——2F § (1 — nae )Wy g — maer (1 — nae) Wier i - (13.32)
t collisions v K’

The first term in the sum represents the rate for being scattered out of the state k and the
second term represents the rate for being scattered into to state k from the state k’. The
total rate is obtained from the Fermi golden rule expression (13.30) times the probability
for the initial state to be filled and the final state to be empty. Because Wy = Wy ,
we have

0 Nim
<a—nk> = VP > Wiek (nie — nuer) (13.33)
t collisions K’

and the full Boltzmann transport equation in the presence of impurity scattering now
reads

Oy (ni) + k - Vienie + v - Ve = —"1;}“" 3" Wi i (nie —nug) - (13.34)
K
The Boltzmann equation for impurity scattering is rather easily solved in the linear
response regime. First we note that p = —eE, and therefore to linear order in E the
term Viny, multiplying k can be replaced by the equilibrium occupation, which at zero
temperature becomes Vind = Vif(kp — k) = —kd(kp — k), where k is a unit vector
oriented along k. Let us furthermore concentrate on the long wave-length limit such that
Vink = 0. By going to the frequency domain, we obtain

—iwnk+eE-R5(kF —k)=—

Nim
VP > Wik (nic — o) - (13.35)
kl

Without the ny/-term on the right hand side this equation is simple to solve, because the
right hand side is then of the form 77 1ny similar to —iwny on the left hand side. This
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hints that we can obtain the full solution by some imaginary shift of w, so let us try the
ansatz

ng(w) = eE - ké (kp — k), (13.36)

iw—1/7%

t

where the relaxation time 7% needs to be determined. That this is in fact a solution is

seen by substitution

—1i

Y B -ké(kp — k) +eE-kd(kp — k)

iw—1/7%
-1 n; p ~ ~/
- Mmp (R0 — k) —K's(kp — 1)) - B. 13,
TS YRIEY %‘,'Wk,k( (kp = B)=K 3(kr — ) (13.37)
Since Wy i includes an energy conserving delta function, we can set k = k' = kp and

remove the common factor §(kp — k) to get

—iw N N —1 n; N
————¢E -k +¢E-k= it Wix(k—k)-E. 13.38
w1t iw—1/7% VY D>, Wiea ) (13-38)
k' |=kr
which is solved by
1 Nim
cos Gkﬁ = Vp k; Wi k(cos O — cos Oyr). (13.39)
=RF

Here 60 is angle between the vector k and the electric field E. For a uniform system the
result cannot depend on the direction of the electric field, and therefore we can put E
parallel to k, and get

1 ;i
ﬁ = % k; Wk’,k(l — COS ok,k’) (1340)
—RF

The time 7% is known as the transport time, because it is the time that enters the

expression for the conductivity, as we see by calculating the current density

2
J= _Ve Nk Vk
k
2e ed(kp — k) k
et i SACNAV PR oY ik
1% [iw — 1/ m
_ 2 B i/oo dk k36 (kp — k) /1 d(cos ) cos® 0
C(27)2 —iw + /T m Jg F 1
2¢°E 1 52 e*n

= k

g E 13.41
—iw 4 1/7% 2m)2m T3 T (—iw+ 1/ m ( )
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where we have used the relation between density and kp, n = k% /372, The result for the
conductivity is
1 ne’r

m, [ m ) (1342)

o =0y

which agrees with Eq. (13.26) found by the simplified analysis. The reason that the two
approaches give the same result is that we can treat the quasiparticle as independent,
and the analysis that was applied in the fluid dynamical picture in Eq. (13.26) is indeed
applicable to each quasiparticle separately.

Often one uses an even simpler approximation for the collision term, namely the so-
called relaxation time approximation. In this approximation the collision is replaced by

o _ .0
<—nk> — kT (13.43)
ot collisions 70

where n?( is the equilibrium distribution function, and 7y is the relaxation time. This
approximation in fact gives the correct answer if the relaxation time is identified with the
transport time 79 = 7%. At first sight, it is tempting to think of the 7o as the time for
scattering out of the state k, i.e. the life time of the state k. This would however only give
the first term in the right hand side of Eq. (13.33) and it is therefore incorrect. The life
time, which was also calculated in Eq. (10.49), is given by the first Born approximation

1

Tife

Nimp
= — Wy k- 13.44
5 S (13.44)

This time expresses the rate for scattering out of a given state k, but it does not tell us
how must the momentum is degraded by the scattering process. This is precisely what the
additional cosine-term in Eq. (13.40) accounts for. If the quasiparticle scatters forward,
i.e. cosf ~ 1, the state k is destroyed but the momentum is almost conserved and such
a process therefore does not effect the conductivity. On the contrary when the particle is
scattered backward, i.e. cos@ = —1, there is a large change in momentum, corresponding
to a large momentum relaxation. Therefore the transport time is precisely the momentum
relaxation time defined in the simple fluid dynamical picture in Eq. (13.26).

13.3.1 Finite life time of the quasiparticles

Above we first assumed that the quasiparticles have an infinite life time. Then we included
some finite life time induced by scattering against impurities. But we never included
scattering of quasiparticle on other quasiparticles. Here we investigate the validity of this
approach by studying the rate of quasiparticle-quasiparticle scattering. Clearly there is a
mechanism for quasiparticle scattering against quasiparticles because they are charged and
therefore interact through the Coulomb interaction. The interaction between the particles
is screened by the other particles and we should use the RPA result for the interaction.
The Coulomb interactions thus introduces a two-particle scattering where momentum and
energy are exchanged, but of course both total momentum and total energy are conserved
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in the scattering event. If two particles in states |ko;k’c’) scatter, the final state will
be a state |k + qo;k’ — qo’), such that the initial and the final energies are the same
€k + €k = Ek4q + Ek—q OF counting from the chemical potential i + {xr = {ktq + Ek'—g
The rate for quasiparticle-quasiparticle scattering can be calculated using Fermi’s golden
rule

2
Fk+qo’,k'7qo";k’0",k0' =27 ‘<k+q0’, kl—qO',|WRPA(q)|kIOJ, k0'>‘ 5(£k+€k’ _£k+q_ gkliq)’
(13.45)

where WEPA(q) is the RPA screened Coulomb interaction. From this rate we can obtain
the total rate for changing the state of a given quasiparticle in state |ko) by the Coulomb
interaction. To find that we must multiply I' with the probability that the state |k'c’) is
occupied and that final states are unoccupied and sum over all possible k' and q. The
result for the “life-time” 7y of the state |ko) is then given by

screened interaction
spin

_/\27"2

X {nknkz []_ — nk+q] []_ — nk/_q]

2
sRPA ‘ 0 (b + & — Eicrq — Exr—q)

scattering out of state k

= [1 = [1 = mo] g }- (13.46)

-~

scattering into state k

The expression (13.46) can be evaluated explicitly for a particle in state k added to a filled
Fermi sea, i.e. ny = 1 and np = 6(krp — p) for p equal to k', k' — q, or k+q. But for
now we just want the energy dependence of the lifetime. A simple phase space argument
gives the answer, see also Fig. 13.1. We look at situation with a particle above the Fermi
surface & > 0. Suppose then we have integrated out the angle dependence, which takes
care of the delta function. At 7" = 0 this gives the condition that {x + &k — {k+q > 0.
Then we are left with two energy integrals over £ = ¢ < 0 and &p_q = &” > 0. We then
have

1 0 00
_NW2d 3 dl dll@ I el
WElder) [ ae [T agretac e —¢)

Tk

0
= (WP [d(er)? / de' (G + €') O(G +€)

- WEEEP T <t (13.47)

This is a very important result because it tells us that the lifetime of the quasiparticles
diverges as we approach the Fermi level and thus the notion of quasiparticles is a consistent
picture. At finite temperature the typical excitation energy is kg7 and &y is replaced by
kT

1
— xT?, for T > &. (13.48)
Tk
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Maximum phase space = (4mk%&y)?

Figure 13.1: The two-particle scattering event that gives rise to a finite life time of the
quasiparticles. Both momentum and energy have to be conserved. This together with
the Pauli principle cause the phase space available for the scattering to be very limited,
which is illustrated on the right hand figure. The dashed circle indicates the energy of the
initial state. Since the particle can only loose energy, the other particle which is scattered
out of state k' can only gain energy. Furthermore, because of the Pauli principle the final
states of both particles have to lie outside the Fermi surface and therefore the phase space
volume for the final state k + q (white area) and for the initial state k' (gray area) both
scale with & giving rise to a maximum total phase proportional to 5&.

The conclusion from this analysis is: the life-time of the quasiparticles based on Fermi’s
golden rule diverges at low temperatures and therefore the condition for the adiabatic
approach expressed in Eq. (13.11) holds as long the temperature is much smaller than the
Fermi energy. Because the Fermi energy in for example metal is in general a fairly large
energy scale, the condition in fact holds for even moderately elevated temperatures. As
illustrated in Fig. 13.1 the physical reason for the smallness of the scattering rate is that
although the Coulomb scattering matrix elements are big there is not much phase space
available for scattering due to the Pauli principle.

13.4 Microscopic basis of the Fermi liquid theory

13.4.1 Renormalization of the single particle Green’s function

The Fermi liquid theory relies on the assumption that the excitation created by adding
a particle to the system, can be described by a free particle with a long life time. These
were the quasiparticles. The function that measures precisely the density of states for
adding particles is the retarded Green’s function G®. If the retarded Green’s function of
the interacting system turns out to be similar to that of free particles, the quasiparticle
picture therefore has real physical meaning. This is what we are going to show in this
section and thereby give a microscopic foundation of the Fermi liquid theory.
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We consider the one-particle retarded Green’s function, which in general can be written
as
1

R _
¢ ko) = w— & — SRk, w)’

(13.49)

where &, = k?/2m —p is the free electron energy measured with the respect to the chemical
potential y, and where X% (k, w) is the irreducible retarded self-energy. To calculate the
self-energy we should in principle include all possible diagrams, which of course is not
doable in the general case. Fortunately, important conclusions can be drawn from the
first non-trivial approximation, namely the RPA which in Chap. 12 was shown to give
the exact answer in the high density limit. Let us first write the general form of G by
separating the self-energy in real and imaginary parts

1
w— [& + ReZE(k,w)] —iIlm BFE(k,w)

GE(ko,w) = (13.50)

We then anticipate the quasiparticle picture by looking at k-values close to the IE: F, meaning
close to the renormalized Fermi-energy. The renormalized Fermi wave number kp is defined
by the condition that the real part of the energy vanishes {; + Re Y(kp,0) = 0. At small
energies and for £ close to kp, we can expand (G™)~1 in powers of k — kp and w, which
leads to

GEk,w) = |w—wd,S — (k — kr)d (¢ + Re ) —z’ImE}_l =7 [W—£k+~#

27k (w)
(13.51)
where

Zl=1- 32(12; w) (13.52)

= O F w:()’ .

- - 0

€k = (k — kF)Zﬁ (éx + Re X(k, 0))k=/~cF , (13.53)
= —2ZIm 2f(k, w). (13.54)

Tk (w)

The imaginary part of Im Y (k,w) is not expanded because we look at its form later. The
effective energy & is usually expressed as

& = (k= kp)krp/m*, (13.55)

where the effective mass by Eq. (13.53) is seen to be

"Mzl ™ 2 Resn0)
m* kp ok

) ) . (13.56)
k=kp

In Sec. 13.3.1 we saw that the life-time goes to infinity at low temperatures. If this also
holds here the spectral function therefore has a Lorentzian shape near ¥ = kp. For a very
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small imaginary part we could namely approximate Im ¥ ~ —in, and hence Eq. (13.51)
gives

A(k,w) = —2Im GB(k,w) =~ 20 Z6(w — &). (13.57)

This shows that with a small imaginary part, the Green’s function and the spectral function
has a sharp peak at w = ék. The peaked spectral function therefore resembles that of a
free gas and the pole is identified as the quasiparticle that was defined in the Fermi liquid
theory. However, because the general sum rule

o
/ Z—L;A(k,w) _1, (13.58)
o

is not fulfilled by Eq. (13.57), the integral only amounts to Z, the quasiparticle peak
cannot be the whole story. There must be another part of the spectral function, which we
denoted A’, that has an integrated weight given by 1 — Z. See Fig. 13.2. Therefore we
instead write

Ak, w) =21Z 6(w — &) + A'(k,w), (13.59)

where the remaining contribution A’ not associated with the pole, contains more compli-
cated many body excitations not describable by a free electron like peak. The constant
Z is called the renormalization constant and it a measure of the quasiparticle weight.
Typically Z is found from experiments to be between 0.7 and 1 for r, < 3, where r;
=(3/ 47ragn)1/ 3 is the parameter often used to parameterize the density of electron gases.
The normalization constant shows up for example in the distribution function n(k), where
the jump at the Fermi level is a direct measure of Z, see Exercise 13.1. For a discussion
on the measurements of Z using Compton scattering see e.g. the book by Mahan.

We still need to show that the assumption of a large 7 is valid and we now turn to
evaluating the imaginary part of the self-energy.

13.4.2 Imaginary part of the single particle Green’s function

We base our analysis on the most important diagram, the RPA self-energy &0, in
Eq. (12.12). In the Matsubara frequency domain it is given by

. 11 W(a) , :
Bp A koikn) = =5 > 5D L ReRg sy S0k + o ik i), (13.60)
iw. q ’

where W /eRPA is the screened interaction. As usual we perform the Matsubara summation
by a contour integration

. dz 1 W(q) .
RPA — - = :
YoM ko, iky) = /c 57 nB(Z)V Eq RPA(q 7) Go(k + q, 030k, + 2), (13.61)
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\J

Figure 13.2: The spectral function A(k,w) as resulting from the analysis of the RPA
approximation. It contains a distinct peak, which is identified with the quasiparticle.
This part called Ay, however only carries part of the integrated spectral weight and the
rest must therefore be contained in the background function A’ stemming from other types
of excitations.

where C is a suitable contour that encloses all the bosonic Matsubara frequencies z = iwy,.
The integrand in analytic everywhere but in 2z = {4 — ik, and for z purely real. If we
therefore make a contour which is like the one in Fig. (9.3) C = C; + C» then we include
all the Matsubara frequencies exempt the one in origin (note that the points shown in
Fig. (9.3) are the fermionic Matsubara frequencies). Therefore we include a loop around
the origin so that the contour C = C; + C3 + C3 shown in Fig. 13.3 includes all boson
Matsubara frequencies z = iw,. The small loop C3 shown in Fig. 13.3 is now seen to
cancel parts of the counters C; and Cs so that they are modified to run between | — oo, —d]
and [0, oo[ only, and this is equivalent to stating that the integration are replaced by the
principal part, when letting 6 — 0. As seen in Fig. 13.3 we, however, also enclose the
pole in z = {x 4 — iky, which we therefore have to subtract again. We now get

. 1 * dw
SRPA (ko iky,) = ) ZP/ 2—m,n3(w)
q —00

W(q)
- [SRPA(q,w + in)

Go(k + q,0;iky, +w) — (n — —77)] (13.62)

1 . W(q) ]
+ — n — ik, - . 13.63
2 molbira —ik) ey 369
In the last term we should use that np(éki+q — thn) = —nF( k+q) because ik, is a fermion

frequency. Now that we have performed the Matsubara sum, we are allowed to get the
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Figure 13.3: The contour C = C1 4+ Cs 4+ C3 used for integration for a the Matsubara sum
that enters the RPA self-energy in Eq. (13.61). The poles from the boson frequencies are
shown by black dots, while the that of Gy is the white dot. The contour C3 which picks
up the contribution from the pole z = 0 cancels the parts of C; and Cy given by the small
loops.

retarded self-energy by the substitution ik,, — € 4+ i¢n which leads to

] W(q)G(I){(k +q,05¢ +w)

W(a) ]
q, fk-i—q —&— “7)

+ % g nF(karQ) |:€RPA( (13.64)

because [5RPA(q,w + 277)] = [sRPA(q,w — m)]* The imaginary part of the self-energy
becomes

m SRPA (ko ) = _% Z nB(Ektq — €) + nr(fktq)] Im [5RPA(
q

W(aq)
q, €k+q -

8)] . (13.65)

where we used that —Im G¥(k + q,0;¢ +w) = 76(e + w — €k q) and then performed the
w-integration. Since we are interested in the case where a particle with &y is scattered, we
evaluated the imaginary part in € = £ and find

1

—= —2Im 24 (ko ¢) = % > [nB(ékiq =€) + nr(fkiq)]
q

W (q) 2

SRPA’R((L {k+q — £k)
x Im x ¢ (s éicrq — &) (13.66)
The imaginary part of the polarization function follows from Eq. (12.20)

VW > [nr(&e) = nr(be—q)] 6(&e — b—q — Skrq + &) (13.67)
kl

Im X3 (Q, ékq — k) =
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(here we shifted k' — k' — q as compared with Eq. (12.20)) and when this is inserted back
into Eq. (13.66), we obtain

= 2 e, e) =~ Y m(6irq — ) + (k)] (i) — nr (60—l

qk’
W(q)

2
5(fk’ - fk’—q - fk—l—q + fk)

8 eRPAR(q, € yq — Ek)
(13.68)
The factor containing the distribution functions is at 7' = 0 and & > 0 given by
[ (€k+q — &) + 17 (Eicra)] [nF(Ee) — np (G —q)]
= [0k — &ictq) +0(—bitq)] [0(—Ew) — 0(~biw—q)]
= 0(Ek+q)0(&k)0(—Ek—q) (13.69)
where we used {x — fkyq = —Sw + {w—q- If we take {x — kg = 0 in eRPA we now see

that the life time in Eq. (13.68) is identical to the golden rule expression Eq. (13.46). We
have then verified that the imaginary part of the retarded Green’s function indeed goes to
zero. At least when employing the RPA approximation for the self-energy, but the RPA
approximation in Chap. 12 was shown to be exact in the high density limit. An explicit
calculation of Eq. (13.68) was done by Quinn and Ferrell®> who got

1 3r? (§_k>2

n 128 7

. (13.70)
Going beyond RPA, it can in fact be shown that the imaginary part vanishes to all orders
in the interaction. This was done by Luttinger® who proved that the imaginary part of any
diagram for the self-energy goes to zero as £2 or faster. The derivation is rather lengthy and
we do not give it here. It is however not hard to imagine that more complicated scattering
events than the simple one depicted in Fig. 13.1 will have even more constrains on the
energies. Hence after integration, they will result in higher powers of . This concludes
our analysis of the single particle Green’s function. The analysis indeed confirmed the
physical picture put forward by Landau in his Fermi liquid theory.

13.4.3 Mass renormalization?

In the previous section we saw how the assumption of weakly interacting quasiparticles was
justified by the long life time of the single particle Green’s function. We also found that the
effective mass of the quasiparticle was renormalized due to the interactions. This seems to
contradict the postulate of the Fermi liquid theory that the current of the quasiparticles
is independent of interactions, i.e. it is given by k/m and not k/m*. The bare velocity

5J. J. Quinn and R. A. Ferrell, Phys. Rev 112, 812 (1958).
6J.M. Luttinger, Phys. Rev. 121, 942 (1961).
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of the quasiparticles was important for obtaining the Drude formula for the conductance,
o = ne’r™/m. How come the renormalized mass m* appears in the Green’s function
whereas the physically observable conductivity contains the bare mass m? The answer to
this question in found by studying how the conductivity is calculated diagrammatically.
The conductivity is as we remember from the Kubo formula related to the current-current
correlation function. The calculation has to be done in a consistent way such that the
diagrams included in the irreducible self-energy is also included in the diagrams for the
two-particle correlation function. When the same type of diagrams are included both
in the self-energy and in the lines that cross the two-particle “bubble” then the mass
renormalization exactly cancels. In Chap. 14 we shall see an explicit example of this by
calculating diagrammatically the finite resistance due to impurity scattering starting from
the fully microscopic theory.

13.5 Outlook and summary

We have developed the semi-classical Fermi liquid theory of interacting particles. The
theory is valid whenever perturbation theory is valid, i.e. when the interaction does not
induce a phase transition. Miraculously, the interacting system of particles can be de-
scribed by a gas of non-interacting particles. These particles we call quasiparticles and
they can be labeled by the same quantum numbers of those of the non-interacting system,
provided that the corresponding operators also commute with the full Hamiltonian. For
a translation-invariant system the quantum numbers are k and o.

On long length and time scales we can use a semi-classical approach to study various
properties. This approach is based on the Boltzmann equation

8t(nk) + k - Vgnk + vk - Veng = <%> . (13.71)
ot collisions

This equation is extremely useful since it in many situations gives a sufficiently accu-
rate description of the physics. It has been widely used to explain numerous transport
phenomena in gases and solids. One can include both electric and magnetic fields driv-
ing the system out of equilibrium. The driving fields enter through the Lorentz force as
p = ik = (—e)(E + v x B). On the right hand side of Eq. (13.71) we have included col-
lisions due to impurities and particle-particle collisions. One can also include for example
particle-phonon scattering in solids and thus explain the temperature dependence of the
different transport coefficients.

Landau’s phenomenological theory was shown to be justified by a rigors microscopic
calculation, using the random phase approximation result for the self-energy. The result
of this analysis was that even in the presence of interactions does the Fermi surface persist
and near the Fermi surface the imaginary part of the single particle Green’s function
rapidly vanish as

Im S8 (kp, €) oc max(e2,T?). (13.72)

This explains why the Fermi liquid theory works: when the imaginary part goes to zero
the single particle Green’s function is identical to that of a free particle.
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Chapter 14

Impurity scattering and
conductivity

We now return to the problem of calculating the resistance of a metallic conductor due
to scattering against impurities. The basic physics of impurity scattering was discussed
in Chap. 10, where we saw how the single-particle Green’s function aquired a finite life
time after averaging over the positions of the impurities. In Chap. 13 the conductivity
was calculated within the Boltzmann equation approach. We now rederive the Boltzmann
equation result starting from a microscopic quantum approach. The advantage of this
microscopic approach, besides giving a first principle justification of the Boltzmann equa-
tion, is that it can be extended to include correlation and coherence effects that cannot be
described in the semiclassical Boltzmann approach. In order to get familiar with the tech-
niques, we therefore start by deriving the semiclassical result. Then we go on to include
the quantum mechanical effect known as weak localization, which is due to interference
between time reversed paths. Weak localization involves coherent scattering on many
impurities, and it can therefore not be explained semiclassically.

In 1979 the weak localization correction to resistivity was observed experimentally in
large 2D samples at low temperatures. It was explained theoretically later the same year,
and an extended research was initiated on the role of quantum coherence in transport
properties. A few years later another low-temperature interference effect, the so-called
universal conductance fluctuations, was discovered in small (~ pm) phase-coherent struc-
tures. This discovery started the modern field of mesoscopic physics. To understand these
smaller systems one must take into account the finite size of the conductors, which is the
topic in Chap. 15. In this chapter we deal with extended systems and discuss the most
important disorder-induced quantum corrections. The leading quantum correction is pre-
cisely the weak localization effect, at least in two dimensions. In one dimension, things are
more complicated because there all states are localized and one cannot talk about about
a conductivity that scales in a simple fashion with the length of the system. In three di-
mensions, the situation is again different in that there at some critical amount of impurity
scattering exists a metal-insulator transition known as the Anderson localization. This is
however outside the scope of these notes.

235
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Based on the physical picture that emerged from the Fermi liquid description in
Chap. 13, we assume in the first part of this chapter that we can describe the electrons as
non-interacting. In the second part of the chapter we include electron-electron interactions
together with impurity scattering and explicitly demonstrate that the non-interacting ap-
proximation is valid. This means that we shall see how the mass renormalization discussed
in Sec. 13.4.3 is cancelled out. Furthermore, we shall see that in order to obtain meaning-
ful results, it is absolutely imperative to include vertex corrections to the current-current
correlation bubble diagrams. These corrections cannot be treated evaluating only single-
particle Green’s functions. They are thus genuine two-particle correlation effects, which
can be described by diagrams where interaction lines “cross” the bubble diagrams.

14.1 Vertex corrections and dressed Green’s functions

Let us start by the Kubo formula for the electrical conductivity tensor 0,4 given in
Eq. (6.21) in terms of the retarded current-current correlation function Eq. (6.22). Here
we shall only look at the dissipative part of the conductivity, and therefore we take the
real part of Eq. (6.21)

2
(&
Reo,z(r,r’;w) = —EImHaRﬁ(r,r’,w). (14.1)

Note that the last, so-called “diamagnetic”, term of o in Eq. (6.21) drops out of the real
part. In the following we therefore only include the first, so-called “paramagnetic”, term
in Eq. (6.21), denoted ¢V. For a translation-invariant system we consider as usual the
Fourier transform
ie?

ong(Qsw) = Uﬂgﬁ(q,w)- (14.2)
The dc-conductivity is then found by letting! ¢ — 0 and then w — 0. The dc-response at
long wavelengths is thus obtained as

Reo,s = —¢? ilg%) (}1_% é Im Hgﬁ(q, w). (14.3)
In this chapter we consider only homogeneous translation-invariant systems, i.e. the con-
ductivity tensor is isotropic and therefore diagonal, 0,3 = 0 do5. In particular we have
no magnetic field and take A = 0. In the computation we can choose « to be the x direc-
tion. Note that the system is translation-invariant even in the presence of impurities after
performing the position average described in Chap. 10.
As usual we calculate the retarded function starting from the corresponding Matsubara
function. The Matsubara current-current correlation function is

1

Mee(q, 7 — Tl) = v <T7—J:v(qa 7)J2(—q, Tl)> . (14.4)

'Tf in doubt always perform the limit ¢ — 0 first, because having a electric field E(q,w) where w = 0
and ¢ finite is unphysical, since it would give rise to an infinite charge built up.
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In the frequency domain it is
1 1P

me(QaiQn) = _9 d(T - Tl)eiqn(TiT’) <Jx(Qa7)Jx(_Q7 TI)> ) (14'5)
0

where the time-ordering operator T, is omitted, because 7 > 7. We can now express
J.(q,7) in terms of J,(q,iq,) and obtain

1 ; N !
Hmr(Qa Z'Qn) = —V / dTeZq" T=7') /B E E q7 qu —q, iqm)> e T o=imT'
0

lqm
(14.6)
The integration with respect to 7 leads to iq, = i¢;. Finally, since the result cannot depend
on 7', we must have iq, = —iq,,, and whence
. 1 .
H2(q,iqn) = V,B (Jo(a,ign) Jo(—a, —ign)) - (14.7)

This we conveniently rewrite using the four-vector notation ¢ = (igy,, q)

I,.() = —Viﬁ (Ta(@)To(~)) (14.8)

In order to begin the diagrammatical analysis we write the current density J,(g) in
four-vector notation

N Ao 1
J.(@) = / AreiT 5 S 2k + @),y (M) (7)

ko
= 2mﬁ Z Z (2k +q) cka(zk )it qo (Phn + iqn),
ikn ko
111 ~

= S S Ohtan)ed (Ble, (R + ). (14.9)
k

which we draw diagrammatically as a vertex

T:(4) = < (14.10)
k+q

The vertex conserves four-momentum, and thus has the momentum ¢ = (ig,,q) flowing
out from it to the left.

We can now draw diagrams for the current-current correlation function using the Feyn-
man rules. The procedure is analogous to that for the charge-charge correlation function
in Chap. 12, however, here we include both the impurity lines & - -3k from Chap. 10 and

R
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the Coulomb interaction lines e~~~@ from Chap. 12. We obtain

() = (14.11)

We can perform a partial summation of diagrams to all orders by replacing each Green'’s
function Gy by the full Green’s function G. In doing so we have in one step resummed
Eq. (14.11) and are left with bubble diagrams where the only interaction and impurity
lines to be drawn are those connecting the lower and upper electron Green’s functions.
Eq. (14.11) then becomes

Hrr((j) =

Here the double lines represent full Green’s functions expressed by Dyson’s equation as in
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Eq. (11.19)

G(k) = e—=t—e

:o—<—o+o—<—@=n=o

= Go(k) + Go(k)S"™ (k)G (k), (14.13)

where 21" = @ is the irreducible self-energy. For example in the case where we include
impurity scattering within the first Born approximation and electron-electron interaction
in the RPA approximation, the irreducible self-energy is simply

IBA + RPA:  S™(k) =€ =~ ,,"*\\ + @ (14.14)

where RPA means the following screening of all impurity and interaction lines

RAAAS = o~~e  + M\Om (14.15)
e=-==-= = e--%k + mo::* (14.16)

The next step is to organize the diagrams according to the lines crossing the bubbles from
the upper to the lower fermion line in a systematic way. These diagrams are denoted
vertex corrections. To obtain a Dyson equation for II,, we first introduce the irreducible
line-crossing diagram A" consisting of the sum of all possible diagrams connecting the
upper and lower fermion line, which cannot be cut into two pieces by cutting both the

upper and the lower line just once?,

(14.17)

*We do not include diagrams like the terms 9, 10 , and 11 in Eq. (14.12). Diagrams of this type are
proportional to ¢*> and thus they vanish in the limit ¢ — 0.
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Using A" we see that we can resum all diagrams in II,, in the following way

- / dk' To (K, K + )G (K )G (K + )Ta(k' + . K), (14.18)

where the unperturbed vertex is

s 1
and the “dressed” vertex function is given by an integral equation, which can be read off

from Eq. (14.18)

Tp(k+q, k) = ’o - o + % (14.20a)

= Lo (k+q, k) + / dq' A" (k, 4, §)G (k+)G(k+d + )T (k+d +§, k+q'),
(14.20b)

YV

The notation for the arguments of the I' functions is T' = T'(“out going”,“in going”).

The question is now which diagrams to include in A™*. We have seen examples of
how to choose the physically most important self-energies, both for the impurity scat-
tering problem in Chap. 10 and for the case of interacting particles in Chap. 12. In the
present case once the approximation for X' is chosen, the answer is simply that there is
no freedom left in the choice for the vertex function I'. If we include certain diagrams for
the self-energy we must include the corresponing diagrams in the vertex function. This
follows from a general relation between the self-energy and the vertex function. This re-
lation, called the Ward identity,® is derived using the continuity equation. Consequently,

3The Ward identity reads
iqoTo(k + ¢, k) —iq-T(k+§¢,k) = -G~ (k+§) + G~ (k),

where the function I'y is the charge vertex function, and I' is the current vertex function. For more details
see e.g. R.B. Schrieffer, Theory of Superconductivity, Addison-Wesley (1964).
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not fulfilling this identity is equivalent to a lack of conservation of particles. Therefore
a physically sensible approximation must obey Ward’s identity, and one uses the term
“conserving approximation” for the correct choice for the vertex function. For a deriva-
tion and discussion see for example the book by Schrieffer. Here we simply follow the
rule as dictated by the Ward identity: if an irreducible diagram is included in " the
corresponding diagrams should also be included in A™™.

If we consider the first Born approximation and RPA for ' as depicted in Eq. (14.14),
we get for AT

AT = ~k+ § =W, (14.21)

and in this case the integral function for I' becomes
La(k +3,k) = Lok, k + ) + / i W(@)G(k+ )G+ +DTu(k+ 7 + 3.k + ),
(14.22)

where

W (G) = W(G) + iy 61&(3 ()q) 5513(1:((1)@) :

(14.23)

This particular approximation is also known as the ladder sum, a name which perhaps
becomes clear graphically if Eq. (14.21) for A'™ is inserted into the first line of Eq. (14.18)
for II,,, and if for clarity we consider only the impurity scattering lines:

14.2 The conductivity in terms of a general vertex function

Having the expressions for both the single-particle Green’s function G and the vertex
function T, we can obtain from Eq. (14.18) a general formula for the conductivity. This
definition involves a summation over the internal Matsubara frequency. If we drop the
four-vector notation in favor of the standard notation, and furthermore treat the case
q = 0, the current-current function is

. 11 . . . . o
I1,.(0,ig,) = -5 > ¥ > Toulk k)G (K, ik, )G (k ik, + ign)Ts (k, Kik, + ign, ik, ).
ik k
(14.25)

The Matsubara sum over ik, is performed in the usual way by a contour integration over
z = ik,. The presence of two G’s in the summand leads to two branch cuts; one along
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Figure 14.1: The contour used in the frequency summation in Eq. (14.26).

z = ¢ and one along z = —iq, +¢, with ¢ being real. Therefore we first study a summation
of the form

S?F (iqy) —BZ]‘ ik, ik, +iqn)

= —/ ﬁnF( )f(Z,Z +iQn)7 (14'26)

21

where the integration contour C is the one shown in Fig. (14.1) made of three contours
leading to four integrals over ¢

Surlitn) = = [ g ne(E (et ine +ian)  fle = ine +ian)]

_/00 %HF(g_an)[f(g_iqmg_i_m) — fle —ign,e — in)]. (14.27)

At the end of the calculation we continue ig, analytically to w -+ in, and find

St == [ Ene@f e +w) - e+ o)

oo 2T
+fAR(5—w,6) —fAA(s—w,s)], (14.28)

with the convention that f4%(e, ') means that the first argument is advanced, € —in, and
the second argument is retarded, i.e. € +in, and so on. If we shift the integration variable
€ = € + w in the two last terms, we obtain

Sfew) = [ 5o (o) = (e + )] FAR e+ )

- /oo ;—; [np(e) fRE (e, 6 + w) — np(e +w) fA4(e, e + w)] . (14.29)
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Since we are interested in the low frequency limit, we expand to first order in w. Fur-

thermore, we also take the imaginary part as in Eq. (14.3). Since ( fAA)* = fRR we
find
% de ‘9nF( ) AR RR
Im = —wlIm — . 14.
SZF w / 271_2 ( Oe [f (676) f (575)] ( 30)

At low temperatures, we can approximate the derivative of the Fermi-Dirac function by a

delta function
anF(E)
— ~ 14.31
(-2 st (14.31)

and hence
Tm SE,(w) = % Re [£44(0,0) — £42(0,0)]. (14.32)

By applying this to Eq. (14.25) and then inserting into Eq. (14.3) one obtains

2
Re 0y = 2Re——z T (k, k) [GA(k 0)GE(k, 0)TF4 (k, k; 0, 0)

— GA(k,0)GA(k, 0)044 (k, k; 0, 0)] , (14.33)

where we have included a factor of 2 due to spin degeneracy. This is how far one can go
on general principles. To proceed further, one must look at the specific physical cases and
then solve for the vertex function satisfying Eq. (14.20b) and insert the result into (14.33).
In the following we consider various cases. We will consider only cases where the disorder
is weak and for this case it is shown in the next section that the product GEG4 exceeds
GAG# by a factor of order 1/7Er, where 7 scattering time for impurity scattering. Hence
in the weak disorder limit, we may replace the general formula in Eq. (14.33) by the first
term only.

14.3 The conductivity in the first Born approximation

The conductivity was calculated in Sec. 13.3 using a semiclassical approximation for the
scattering against the impurities. The semiclassical approximation is similar to the first
Born approximation in that it only includes scattering against a single impurity and ne-
glects interference effects. Therefore we expect to reproduce the semiclassical result if we
only include the first Born approximation in our diagrammatical calculation. The starting
point in this section is non-interacting electrons scattering on impurities. The RPA part
of the self-energy in Eq. (14.14) is not included in this section. Later we discuss what
happens if interactions are included.

The vertex function is now solved using the first Born approximation, i.e. the first
diagram in Eq. (14.21). In this case, again taking q = 0, the integral equation Eq. (14.22)
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becomes

I, (k, kiik, + iq,, ik, ) = To..(k,k) + anmp RPN [P Gk + o ik,)  (14.34)

x Gk +q ik, + zqn) +(k+4q', k+d'5ik, + iq,,ik,),

where the second term in Eq. (14.23) has been inserted and where uRPA = ¢ /eRPA The
Green’s functions G are, as we learned from the Ward identity, also those obtained in
the first Born approximation. Note that there is no internal Matsubara sum because the
impurity scattering conserves energy. Since we do not expect the dynamical screening
to be important for the elastic scattering, we set the frequency in ¢®P4(q,0) to zero.
Remembering that T',, is a component of a vector function I and that the unperturbed
vertex is T'y(k,k) = k/m, we define for convenience a scalar function y(k,e) defined
as I'(k,e) = ky(k,e)/m. In doing so we in fact use that the system is isotropic which
means that only the vector k can give the direction. When inserting this into Eq. (14.34),
multiplying by (1/k?)k-, and shifting the variable q' to ' = k' — k, we get

v(k, kiik, + iq,,,ik,) =1+ — anmp [P (¢ ‘ Gk k)

k- k'
x G(K' ik, + iq,) YBAK K siky, + iq,, ik,), (14.35)

L2

In the formula Eq. (14.33) for the conductivity both TE4 and TER appear. They satisfy

two different integral equations, which we obtain from Eq. (14.35) by letting ig, — w+in
and ¢k, — € = 11, and subsequently taking the dc-limit w — 0. We arrive at

k- -k
RX RPA (¢ X( R RX
vy (kye) =1+ = v E Nimp | U ‘ G ,e)G (K e)——— 2 (k' e), (14.36)

where X = A or R. One immediately sees that the small factor niy, tends to kill the
sum, and in the weak scattering limit one should expect the solution of this equation to
be simply v#* (k, ) ~ 1. It is immediately seen that this is a consistent solution for the
imaginary part of both y%4 and y®% but it turns out that for the real part of y%4 a factor
1/nimp is contained in the Green’s function. The lesson we learn here is that we have to
be rather careful with products of Green’s function carrying the same arguments, because
in the limit of small njp,p, Im GX tends to a delta function, and the product of two delta
functions has to be defined with care. Let us look more carefully into the products GAGE
and GEG®, which also appear in Eq. (14.33). This first combination is

1 2
GA(k,e)GR(k,e) = |GR(k,)|* = R T
I S 1
T ImxR(k,e) e & — SR(k,e)
=l Ak = Ak e), (14.37)

—2Im SR (k, ¢)
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where A = —2Im G is the spectral function, and where as before the life time 7 is defined
by 771 = —2Im X (k, ). For the case of weak impurity scattering the scattering rate 71
is small, whence the spectral function is approximately a delta function. In the case of
small nim, we therefore get

GA(k,e)GR(k,e) ~ T210(e — &). (14.38)

Because 7 ”1mpv the product nlmpGAGR in Eq. (14.36) is finite in the limit njy,, — 0.

The combination GEGE on the other hand is not divergent and in fact nimpG RqR _
as Nimp — 0. That GEGE is finite is seen as follows

£—§& — 5 ?
GR(k,e)GE(k,e) ~ ( ko 2)
1
-8+ (2)
2 12
_ (- &)~ (5)
2 112)2
(€-8)"+ ()
The last term clearly goes to zero when 7 is large and when A is approximated by a delta
function. The first term is a peaked function at € — &, = 0, but the integrated weight is in
fact zero as can be checked by performing an integration over . From these arguments it
follows that the terms with GEGT can be omitted and only terms with GEG4 are kept. As

explained above, we use the first Born approximation for the self-energy. In the following
we therefore approximate 7 with the first Born approximation life time 7

TRyt = 2mnimy Y [ulk — K)P5(& — &) (14.40)
k/

+i (e — &) Ak, ). (14.39)

Because all energies are at the Fermi energy, this life time is independent of k.
The conductivity Eq. (14.33) then becomes

1
Oar =26 Re =Y T (k, k)700(&)TE* (k, k; 0,0)
v k

1 k k en
=22 Re =) =2 2T RAK k:0,0) = — 797 EA (kg kr: 0,0 14.41
€70 evgm (fk)m7 ( s By Uy ) m707 (Fa Fy Y, ) ( )

The remaining problem is to find y74(k, k;0,0) for [k| = kr. The solution follows from
the integral equation Eq. (14.35)

k

vBAK) =1 L Z Rimp [FPA (K — 1) 706 gk,) FRAK). (14.42)

Since this equation has no dependence on the direction of k, and since the lengths of both
k and k' are given by kr, 74 depends only on k. But kr is constant, and we get

2 k'
NBA =1 4 3 3 nriap |uFPA (K K)| 6( () K yma, (14.43)
kl
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The solution is thus simply

1
RA
=7 N _ 14.44
U 1— )\ T0 ’ ( )
where
27r 2 k * k, _ r -1
A= v Znimp ‘URPA(k, - k)‘ (&) 2 = (19) - (7’t ) . (14.45)

kl
Here the transport time 7% is defined as

. 2w 2 k- Kk
L= > Z Pimp ‘URPA(kI _ k)‘ (1 -3 ) . (14.46)
k' |=kr

This expression is precisely the transport time that we derived in the Boltzmann equation
approach leading to Eq. (13.40). When inserted back into Eq. (14.44) 474 becomes

NRA=T (14.47)

Finally, the conductivity formula (14.41) at zero temperature is

e2rtr 1 eZnr
Y > S(Gk =
k

tr

o =

(14.48)

m m

We thus find full agreement with the semiclassical result obtained in the previous chap-
ter. This is what we expected, and thereby having gained confidence in the mathematical
structure of the theory, we can go on to calculate various quantum corrections to the
Drude formula; corrections not obtainable in the Boltzmann approach.

14.4 The weak localization correction to the conductivity

The Born approximation includes only scattering on one impurity at a time. We saw in
Chap. 10 that there was in practice only little difference between the first Born and the
full Born approximation. The reason is that even the full Born approximation depicted
in Eq. (10.54), which does take into account multiple scattering does so only for multiple
scatterings on the same impurity. Quantum effects such as interference between scattering
on different impurities can therefore not be incorporated within the Born approximation
scheme. In Sec. 10.5.4 it was hinted that such interference processes are represented by
crossing diagrams as in Fig. 10.6. In this section we shall study in detail why that is.

As the temperature is lowered we expect quantum mechanical coherence to become
more important because the phase coherence length 7, increases with decreasing tem-
perature. When the coherence length £, exceeds the mean free path /i, for impurity
scattering, scattering on different impurities can interfere. Here the coherence length
means the scale on which the electrons preserve their quantum mechanical phase, i.e. the
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Figure 14.2: (a) A sketch of the electrical resistivity p,.(7) of a disordered metal as a
function of temperature. As in Fig. 10.1 the linear behavior at high temperatures is due
to electron-phonon scattering, but now at low temperatures we have added the small
but significant increase due to the quantum interference known as weak localization. (b)
Experimental data from measurements on a PdAu film by Dolan and Osheroff, Phys. Rev.
Lett. 43, 721 (1979), showing that the low-temperature weak localization correction to
the resistivity increases logarithmically as the temperature decreases.

scale on which the wave function evolves according to the one-particle Schrodinger equa-
tion. If an electron interacts with another electron or with a phonon through an inelastic
scattering event its energy changes, and hence the evolution of its phase. Due to these
processes the phase of the electron wave acquires some randomization or “dephasing”,
and its coherence length becomes finite. At low temperatures the dominant dephasing
mechanism is electron-electron scattering, and as we know from Chap. 13 the scattering
rate for these processes is proportional to 72. Hence Ly o T—2 can become very large
at sufficiently low temperatures. At liquid helium temperature, 4.2 K, and below, typical
coherence lengths are of the order 1-10 pm, spacing 10%-10° atomic lattice spacings.

If the coherence length /4 is longer than the mean free path £y, but still smaller than the
sample size £, most of the interference effects disappear. This is because the limit £, < L
effectively corresponds to averaging over many small independent segments, the so-called
self-averaging illustrated in Fig. (10.2). However, around 1980 it was found through the
observation of the so-called weak localization, shown in Fig. 14.2, that even in the case
of large samples, ¢y < /4 < L, one very important class of interference processes survive
the self-averaging. Naturally, as discovered around 1985, much more dramatic quantum
effects appear in small samples in the so-called mesoscopic regime (see also Chap. 15) given
by £ ~ £4. In this regime all kinds of quantum interference processes become important,
and most notably cause the appearance of the universal conductance fluctuations shown
in Fig. (10.2).

In the following we study only the weak localization phenomenon appearing in large
samples and not the universal conductance fluctuations appearing in small samples. To
picture how averaging over impurity configurations influences the interference effects, we
follow an electron after it has been scattered to a state with momentum k by an impurity
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Ri

Figure 14.3: Illustration of the two interfering time-reversed paths discussed in the text.

positioned at R;. When the electron hits the next impurity at position Ry it has acquired
a phase factor e’® = ¢’*(B1—R2)  Termg describing interference between the two scattering
events will thus contain the factor e™®(B1—R2) and it is therefore intuitively clear that
these terms vanish when one averages over R; and Ry. Only the interference processes
which are independent of the impurity positions survive self-averaging.

Interference generally means that the amplitude for two paths ¢; and ¢» are added as
t1 +1t2, so that when taking the absolute square |t; +t2|> = [t1|>+ |t2|> +2|t1t2| cos(p1 — p2),
the cross-term expresses the interference. The relative phase ¢1 — ¢ determines whether
the contributions from the two paths interfere constructively or destructively. If we can
find two paths where the relative phase is independent of the position of the impurities, the
cross term would thus survive the impurity average. This is indeed possible, and two such
paths are shown in Fig. 14.3. The key observation is that for each path that ends in the
starting point after a specific sequence of scattering events, there is a corresponding reverse
path which scatters on the same impurities but in the opposite order. Most remarkably,
these two paths pick up exactly the same phase factor, and thus their relative phase ¢1 — ¢o
is always zero independent of the actual positions of the impurities. Thus for two such
time-reversed paths there is always constructive interference. As a consequence there is
an enhanced probability for returning to the same point, and the electrons therefore tend
to be localized in space, hence the name “weak localization”?.

Having realized that the interference between time reversed paths survive impurity
averaging, we now want to calculate the resulting correction to the conductivity. In order
to do so we need to identify the corresponding diagrams. First we recall the Dyson equation
for the single-particle Green’s functions in an external potential, which was derived in
Chap. 10. Here the external potential is given by the impurity potential, Ujyp. Writing it
in the frequency domain and making analytic continuation, ik, — € + i1, we have for the

“The term “strong localization” is used for the so-called Anderson localization where at a critical
strength of the disorder potential a metal-insulator transition is induced in three dimensions.
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retarded Green’s function
GER(r,r' e) = GE(r,x' ) + /dr”GOR(r,r",e)Uimp(r")GR(r”,r',e). (14.49)

If we for simplicity assume Uimp(r") = >, Upd(r — R;), i.e. short range impurities located
at the positions {R;}, we have

GR(r,r'e) = G{i(r,r' ) + Y G (r, R, e)UsGR(Ry, 1, €). (14.50)
@

Let us look at a specific process where an electron scatters at, say, two impurities located
at Ry and Rs. To study interference effects between scattering at these two impurities
we must expand to second order in the impurity potential. The interesting second order
terms (there are also less interesting ones where the electron scatters on the same impurities
twice) are

G (r,t',€) = G (1, Ry, )Up Gl (Re, Ry, UG (Ra, 1, €)
+ G¥(r, Ry, e)UgGE (R, Ry, €)UpGE(Ry, T, €). (14.51)

These two terms correspond to the transmission amplitudes ¢; and ¢ discussed above and
illustrated in Fig. 14.3. The probability for the process is obtained from the absolute square
of the Green’s function, and because we want to find the correction d|r|? to the reflection
coefficient, we set r = r’ at the end of the calculation. First the quantum correction due
to interference to the transmission from r to r' is

Olt(r,t") 2 o Re | Gf(x, Ry, )Up G (Ra, Ry, ) Ug Gl (Rz, ', )

% (GE(r, Ry, ) Uo G (Ra, Ry, ) Up Gl (Ra, 1, )" |. (14.52)

Now reflection is described by setting r = r’. Doing this and averaging over impurity
positions R; and Ry we find the quantum correction d|r|? to the reflection. Because it is
independent of the initial point r we also average over r. In k-space one gets

(O1r2) = < [ dr i = o)

1
=i Z GH(Q - p1, ) UG (Q — p2, w) U GF(Q — p3, €)
p1P2pP3Q
x G (p1, ) UGy (P2, ) UGy (D3, €)- (14.53)

This formula can be represented by a diagram similar to the last one in Eq. (14.61) with the
upper lines being retarded and the lower lines being advanced Green'’s functions. Notice
however that contrary to the usual diagram for conductance the Green’s function and the
lower and upper branch run in same direction. If we however twist the lower branch such
that the Green’s function run in opposite directions while the impurity lines cross, the
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diagram looks like conductivity diagram if we furthermore join the retarded and advanced
Green’s function like this

GR
GF GF
(r2), = .%. . (14.54)
imp "
G4 G
GA

This hints that the interference term coming from time reversed paths can be summed
by taking diagrams of this form into account. These crossed diagrams were not included
in the Born approximation, which we used to derive the Boltzmann equation result, and
in fact they were shown in Sec. 10.5.4 to be smaller than the Born approximation by
a factor 1/kpf. Nevertheless, at low temperatures they do play a role as the leading
quantum correction. If we continue this line of reasoning we should include also diagrams
where paths scattering on more than two impurities interfere with their time reversed
counter parts. It is straigthforward to see that the corresponding diagrams are of the
same type as (14.54) but with more crossing lines. This class of diagrams are called the
mazximally crossed diagrams. We have now identified which diagrams we need to sum in
order to get the leading quantum correction to the conductivity. Most importantly, this
is a contribution which does not disappear upon self-averaging.

Let us return to the Kubo formula for conductance, and let us sum the maximally
crossed diagrams. We write the current-current correlation function as IT = 117 + ITWE
where TIZ is the Boltzmann result derived in the previous section, and where

(14.55)

(14.56)

The full electron Green’s functions in these diagrams are as before the full Green’s function
with an appropriately chosen self-energy. Since we include crossed diagrams in the vertex
function we should in principle also include these in the self-energy. However, they can
safely be ignored, since they only give a small contribution, down by a factor 1/kpvg7o (see
the discussion in Fig. 10.6). The crossed diagrams we are about to evaluate are also small
by the same factor, but as we shall see they nevertheless yield a divergent contribution.
This divergence stems from summing the interference of many time-reversed paths. This
sum is different from the ladder diagrams that we summed in the Born approximation.
There is however a trick which allows for a summation just like a ladder diagram. Let us
twist the diagram in Eq. (14.56) with for example three impurity lines so as to make the
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impurity lines parallel,

IWEG) (§) = (14.57)

(14.58)

O XXX
RO
DOOOOOOO
o220 %% %%

=~y | Ok [ @ @k +0)0BEG + DEEF.DIEGE + DRk + i),
where the box C the is a sum of parallel impurity lines, i.e. analogous to the normal
ladder sum of Eq. (14.24), but now with the fermion lines running in the same direction.
This reversed ladder sum, C, which couples two electron lines or two hole lines rather one
electron line and one hole line, is called a cooperon. The solution for the cooperon C is
found from the following Dyson-like equation

n n n n n n n n n
CRY = & o + & & & + Kk & & ok + .. (1459)

o—p= —Pp=—g—p=—9 C—h——p=——Pp=—0
==t

= % & + BC % (14.60)
n n n

In order to simplify our calculation, we only study the case q = 0, and furthermore
we restrict the analysis to the case of short range impurities so that we can approximate
W (q) by a constant, Wy = n;|ug|>. With these approximations, and denoting k + k' = Q
the cooperon becomes

k k' Q-p Q-p Q-p Q-p Q-p' Q-p”
= =t =t
C = }§ }ﬁi + }ﬁ! }ﬁ! }ﬁ! + }ﬁ iﬁl ? %{ + ... (14.61)
n n n n n 1] 1] 1] n
K’ k P p p p p p

Because the impurity scattering conserves Matsubara frequencies the upper fermion lines
all carry the frequency ik, + iq,, while the lower ones carry the frequency ik,. It is now
straightforward to solve the Dyson-equation for the cooperon ladder and obtain

530 WoG(Q — p, ik + iqn)G(p. ikn) W

(Q q ) 1— % Zp W()g(Q —p, ik, + an)g(l)alkn)

(14.62)



252 CHAPTER 14. IMPURITY SCATTERING AND CONDUCTIVITY

This can then be inserted into the expression for the current-current correlation function
YL in Eq. (14.58)

(0, ig,) = — 2v25 ZZ (2k,) kn)G (K, ikn + iqn)

ikn Kk
X C(k + K5 iky, +iqn, ikn)G (K iky)G (K, ik + ign) (2KL). (14.63)

The Green’s function G is here the Born approximation Green’s function which after
analytic continuation is

1

Rk e) = G(k, ik, n) = ———
Gk €) = Gk, ikn = € in) = — ——p s

(14.64)

where [7] ™' = 2nWyd(er). It is now simple to find the solution for the cooperon C.

In the previous section we learned that only the GAGT term in Eq. (14.33) contributed
in the limit of weak scattering and therefore we should replace ik, + iw, by a retarded
frequency and ik, by an advanced frequency. Likewise, we obtain from (14.63) the weak
localization correction by the replacements ik, + iq, — € + w + in and ik, — € — in,
followed by inserting the result into Eq. (14.33). Taking the dc-limit w — 0, we have

2

1\? 1
Redo Wk = 2 x 57 (E) > > (koK) G (k,0)G4 (k,0)C4F (k + K';0,0)GF (K, 0)G* (K, 0).
kk’

(14.65)

As in the previous section we have factors of GAGT appearing. However, here we cannot
replace them by delta functions, because k and k' are connected through CT4(k + k).
Instead we evaluate the cooperon as follows. After analytical continuation the cooperon
in Eq. (14.62) becomes

RA Woc(Q)
™ (Q) - Q) (14.66)
(Q) = 3 X [ulG"(Q—p.0)G" (p.0), (14.67)

where we have introduced the auxiliary function ((Q). Using Eq. (14.64) ((Q) becomes

el 1 1
¢(Q) = niluo| v; B Y ey (14.68)

To proceed further we must now evaluate the p-sum in {(Q). We begin by studying Q = 0,
in which case we have

1 1
C(0) = mitwof(er) [ e —
= ni|U0|2d(8F) \/_Z dgm = nl|u0| d(f‘:F)iz- = 1, (1469)
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where we have used the definition of the life time 7y in the Born approximation. Combining
Eqgs. (14.66) and (14.69) it follows that C4 diverges in the limit of small @ and small
frequency. The dc¢ conductivity is therefore dominated by the contribution from values of
@ near zero. Consequently, we study this contribution by expanding Eq. (14.68) for small
(). Here small means small compared the width 7, L of the spectral function, i.e. we study
the limit Qupry < 1 or Q < £y -1 /vpTo. Furthermore, by symmetry arguments the
term linear in () vanish, so we need to go to second order in Q)

Q) ~ L+ mifug 2 S LY L (.2
= AR ~ \~& +if2m) & —i/2m P om

3
+nz~|u0|212( ! )_ ! (vp-Q)%, (14.70)
P

V —§p+i/27'0 gp—i/QT()

where it is indeed seen that the term linear in Q is zero because vy is an odd function
of p. Now transforming the sum into integrations over ¢ and performing the angular
integrations, we find

- 1 [ 1 S Q*
C(Q)N1+2ﬂ.7—0 /_oodf (5—54—@/27’0) —f_i/QTO <%>

1 [ 1 3 1 Q%v2
d F 14.71
+271'7'0 /OO g(—&-i—i/2Tg> —& —i/2179 Ngim ’ ( )

where Ngim, is the number of dimensions. Closing the contour in the lower part of the
complex £ plan, we find that

N 271 1\? Q? 1\?* Q%vy2
Q) ~1+5 [(z/—m> 5+ (2/—7'0> —Ndiil ] : (14.72)

2m

To leading order in 7, L 7'5’ dominates over 7'3, and we end up with

1
Q) ~1-— Q%2 =1 - D@2, (14.73)
Ndim
where
’UF2T0
EO = Ug70, D= — (14.74)
Naim

D being the diffusion constant. We emphasize that Eq. (14.73) is only valid for Q < £, L
With this result for ¢(Q) inserted into (14.66) we obtain the final result for the cooperon

Wo(l — DoQ?) Wy 1

~ — . 14.
DT0Q2 T0 DQ2 ( 75)

CR4(Q;0,0) =
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Because the important contribution comes from Q ~ 0, 6o"'L in Eq. (14.65) becomes

2 71\ W, 1 1
WL _o9 % (1 0 2GR (k Ak RO _k A0 —k.0).
b =2 = TOVQkQEZjl( E)G" k006 (k. 0) 55560™(Q = k. 0)GH(Q ~ k. 0)
a<0

(14.76)

First we perform the sum over k. Since Q) < £ 1 and hence smaller than the width of the
spectral function, we can approximate Q — k by just —k and obtain

1 2R A R(_ A =d(e ke ™ e 2
vzk:kxo (k,0)G*(k,0)G" (—k,0)G* (k. 0) = d(eF) / d€<52+( >2>

Ndim —00 ]./27’0
4rk?2
= 2TOF g(ep)rd. (14.77)
Ndim
From this follows
2 (kp\? 27 1 1
JoWL = & (—F> L — 14.78
™ m Ndim % Q<Z€1 DQ2 ( )
We are then left with the Q-integration, which amounts to
1 1 / dQ 1 / QNaim—1
— — = —_— o dQ————. (14.79)
1 Q;_l DQ?  Joegr 2m)Naim DQ?  Jp g DQ?
0

It is evident that this integral is divergent in the small ) limit in both one and two di-
mensions. Physically this is because we have allowed inteference between path of infinite
length, which does not occur in reality. In a real system the electron cannot maintain
coherence over arbitrarily long distances due to decohering scattering processes. We must
therefore find a method to cut-off these unphysical paths. To properly describe the break-
ing of phase coherence between the time reversed paths one should include coupling to
other degrees of freedom such as coupling to phonons or electron-electron scatterings.
Here we choose to do this in a phenomenological fashion instead. Let us suppose that
each path in the sum over paths in Eq. (14.61) has a probability of being destroyed by
a scattering event and that this probability is propotional to the length of the path, or
equivalently to the number of impurity scattering events involved in the path. This can
be modelled by including a factor e~7 in the impurity potential so that instead of W)
we write Wpe™7. Clearly a path with n scatterings will then carry a factor e™"7. The
parameter « is then interpreted as the amount of decoherence experienced within a mean
free path, i.e. v ={y/ly. With this modification, the function {(Q) is changed into

(Qw) = e (1-D7Q?), (14.80)

and hence the cooperon gets modified as

RA/(y. _ 0
C4(Q:0,0) = T—— +'e_7DQ2T0. (14.81)
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In the limit of large £, or small v, we therefore have

Wy 1

7 1 / T + DQ2 '
where 7, = {4 vp. This is a physical sensible result. It says that the paths corresponding to
a diffusion time longer than the phase breaking time cannot contribute to the interference
effect. If the phase coherence length becomes larger than the sample, the sample size £
must of course replace /4 as a cut-off length, because paths longer than the sample should

not be included. We can now return to (14.79) and evaluate the integral in one, two and
three dimensions, respectively

CF4(Q;0,0) ~ (14.82)

1

/ 19 —— / Mot L
(2m)Nam 1/7, +DQ? — Jg 1/76+DQ> | 7"

a2 Q?
1 /T 1 /Dr
= % tan Z—g¢7 1D
_ L (1 + Dz—g‘ﬁ) : 2D (14.83)
1 1 -1 /D1y
272Dl 272D./D7y tan 02> 3D

which in the limit of large 74 gives us information about the importance of the quantum
corrections:

— ()%, 1D
SoWL _1n(:_¢), 2D (14.84)
0
(r4)"Y/%, 3D.

This is an important result, which states that due to the localization correction the conduc-
tivity decreases with increasing phase coherence time. Furthermore, in the one-dimensionel
case it tells us that in one dimension the localization correction is enourmously important
and may exceed the Drude result. In fact it can be shown that a quantum particle in a
one dimensionel disordered potential is always localized. In three dimensions the situation
is more subtle, there a metal-insulator transition occurs at a critical value of the disorder
strength. Two dimensions is in between these two cases, and it is in this case that the
term “weak” localization makes sense, because here the correction is small. For the two
dimensional case we have

2
JoWl ~ — % 1n <@> : (14.85)

This result is “universal” since, apart from the logarithmic factor, it does not depend on
the details of the material or the impurity concentration. That it is a small correction to
the Drude conductivity can be seen from the ratio

WL
dopp” _ 1 1n<@>. (14.86)

(o] Wkpg() T0
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A way to measure this effect is to change the phase coherence time 7, and to look at
the change of conductivity. The phase coherence can be changed in two ways. Foremost,
one can apply a magnetic field which breaks the time-reversal symmetry giving rise to
the fundamental interference between time-reversed paths. Secondly, decreasing the tem-
perature increases the phase coherence time 771 o 7%, and a logarithmic increase of the
conductivity is to be expected. Indeed dp oc —do o< InTy oc —InT as is measured and
shown in Fig. 14.2.

14.5 Combined RPA and Born approximation

This section will be added in the next edition of these notes.



Chapter 15

Transport in mesoscopic systems

In this chapter we give an introduction to electronic transport in mesoscopic structures.
The physics of mesoscopic systems is a vast field, and we shall concentrate on the Landauer-
Buttiker single-particle approach to conductance of small nanometer-sized coherent sys-
tems. By coherent we mean that the quantum mechanical coherence length is longer than
the sample size, and the phenomena that we discuss in the following all rely on quantum
effects. They are all clear manifestations of the wave propagation of electrons through the
structures. The field of mesoscopic transport is interesting in that it combines physics on
many length scales.

The important length scales are the coherence length /4, the energy relaxation length,
lin, the elastic mean free path, £y, the Fermi wave length of the electron, Ap, the atomic
Bohr radius, ag, and of course the sample size, £. Typical mesoscopic structures that we
have mind are those which are fabricated on semiconductor chips, e.g. by electrostatic
confinement of two dimensional electron gases (see e.g. Sec. 2.3.2). At low temperatures,
typically the range from 50 mK to 4 K, the length scales for these system are related as

ay < Ap Slh< L< E(z) < lin. (15.1)

Metallic systems are more difficult to bring into the mesoscopic regime because of their
small Fermi wave length, A\p ~ a,. However, there is one relatively simple experiment
involving a narrow metallic wire where the conductance as a clear signature of quantum
transport decreases in pronounced steps of size 2¢?/h as the wire is streched and pulled
apart. This even happens at room temperature, whereas the more high-tech devices based
on semiconductor nanostructures only show quantum effects at low temperatures (see e.g.
Fig. 15.2).

This chapter deals with the physics of quantum transport which can be understood
by invoking the Fermi liquid picture of non-interacting electrons. When interactions are
important another rich field of physics appears, but this we will have to study at some
other time.

257
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15.1 The S-matrix and scattering states

We consider a mesoscopic sample connected to electron reservoirs in the form of macro-
scopic metal contacts. By mesoscopic we mean that the size £ of the sample region between
the two reservoirs is much smaller than the energy relaxation length /¢;,, and the phase
breaking length, /4. This implies that we can consider the electron motion to be quantum
mechanically coherent in this region. Furthermore, since the reservoir is a macroscopic
conductor, much larger than the entrance to the mesoscopic region, we can safely assume
that electrons entering the reservoir will be thermalized at the temperature and chemical
potential of the contact before returning to the mesoscopic sample. The contact is thus
required to be reflectionless. Fig. 15.1 illustrates how a contact formed as a “horn” can
give a reflectionless contact.

In the following we solve for the eigenstates in a geometry similar to Fig. 15.1. The
system is divided into five regions: left reservoir, left lead, (L), mesoscopic region (M),
right lead (R), and right reservoir. For simplicity, it is assumed that the left and right leads
are perfect straight segments, that they are identical as in the figure, and furthermore that
the system is two-dimensional. In this case, the Hamiltonian and the eigenstates in the
leads are given by

1 1
Hp = Hp = %pi + %pfj, (15.2a)

L tika(B)e

+
T,Y) = »(y), (x,y) €L, 15.2b
e (T,Y) D) xXn(y),  (2,y) ( )
1 .
$ap(3,y) = ———=eFEEy (y) (z,y) €R, (15.2c)
kn (E)
_ 2 . /mny _
Xnly) = /77 sin (W) , n=12..,N (15.2d)
R, h2 mn\2

Here x,, denote the transverse wavefunction and W is the width of the leads. In principle
n can be any positive integer, but in practice we can introduce a cut-off at some large value
N without affecting the lowest occupied States The quantum number +1 represents right
and left moving states with wavenumber k,(E) = \/2m(FE — ¢,,)/h2. The wavefunctions
¢* have been normalized in a particular manner so that they all carry the same absolute
probability current in a given cross section:

/Owdy<omE( )) b, (7 )Zn%, n=+1, (15.3)

Because of this normalization, it is more natural to label the states in terms of their energy
E rather than as usual their k£ values. The transformation from a discrete to a continuous
set of energy levels looks a bit different in the two cases. In the following ¢ means a state
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Figure 15.1: The geometry considered in the derivation of the Landauer formula. Two
reflectionless contacts each with IV channels connect to a mesoscopic region. The wave
function is written as superposition of incoming and outgoing wave at the two entraces.
When solving the Schrodinger equation, the system is separated in three regions: L, R
and M

with the usual normalization, &k = e““’/\/f, while ¢, = eikx/\/E.
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As we shall see in detail later, that the quantization of the conductance in units of the
universal conductance quantum e?/h is due to the cancellation of the velocity, o k, by the
density of states, o< dk/dE, a feature particular of one dimension.

The eigenfunctions in the middle region, M, are in general not easy to find, but
fortunately we need not specify the wavefunction in the complicated region. All we will
need is the transmission coefficients, relating incoming and outgoing electron waves. Let
us therefore introduce the so-called scattering matrix or S-matrix formalism.

A given eigenstate with energy E is some linear combination of ¢icn g and ¢§n g in the
leads L and R, and some unknown complicated function ¢ys g, in the middle region M.
We can therefore write an eigenstate as

> b1 £ () + 20, a0 0L, p(,y), (z,y) € L,

Ye(@,y) =4 3,0 bp, p(@.9) + X, by bpa p(@.9), (2,y) €R, (15.5)
wM,E(xay)v (xay) EM?
where a;F and b} are some unknown sets of coefficients, which in vector form are written

as at = (af,a],...) and similarly for a= and b*. As usual the wavefunction and its
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derivative must be continuous. For a given 3/ g in the middle region this condition gives
4 x N linearly independent equations to determine aﬂf and b,ﬂf. These equations are

(an +a,) = Vkn(E) /dy Xn (1) ¥21,(0,1),
(B e B 4 b= = k() / dy xn(y)$ar,e(L,y).
|
(ay —a,) = Z\/ﬁ /dy Xn(y) (Outhrr(2,9)) s

(b;reikn(E)L _ bgefikn(E)L

) - Z.\/ﬁ/dy Xn (9) (Butor, e (2,Y)) ;-

Fortunately, we will not have to solve such a system of equations unless we want an exact
expression for the wavefunction. It is merely written down in order to illustrate the linear
dependence of the coefficients, {a;"} and {bF}. A particular useful way of representing the
linear dependence is through the so-called scattering matrix, or S-matrix, which relates
the amplitudes of outgoing waves, ¢, and QSJI%, to incoming waves, ngJLr and ¢p,

CoutE(er):(Z i:)(:r)ES(?:)EScin. (15.7)

Here we have defined the important S-matrix to be a matrix of size 2N x 2N with the
N x N reflection and transmission matrices as block elements

S:(E g) (15.8)

Here the matrix element ¢, represents the transmission amplitude for an incoming wave
from the left in state n’ to be transmitted into state n on the right hand side. The ampli-
tude for transmission in the opposite direction is given by ¢/ ,. Similarly the element r,,,
gives the amplitude for being reflected back into the left lead in state n. The coefficients
of the scattering matrix are of course energy dependent. Most of the time, we suppress
this dependence in the notation.

We now define the so-called scattering states, which are states with an incoming wave
in one particular lead state, i.e. ¢ip = (0,...0,1,0,...). The scattering states are denoted
Y*, where the superscript & refers to the direction from which the incoming wave comes.

In the plus direction (an incoming wave from the left) the scattering states are

Qszn,E(xay) + Zn’ Tn’n¢zn'7E(may)v (ZL‘, y) € La
¢:E(x7 y) = Zn’ tn’n¢En’,E(xv y)7 (ZL‘, y) € R? (159)
? (x,y) € M.

and in the minus direction (an electron incoming from the right hand side)

¢1_{n7E(x7 y) + Zn’ r;«b’n(ﬁgn”E‘(xay)v (xay) € R7
¢;E(x7 y) = Zn’ t;«/n(ﬁzn',E(xa y)a (x,y) € L7 (1510)
? (x,y) € M.
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The wavefunction in the scattering region is not specified, because to find the conductance
all we need is the transmission probabilities of electrons, and that we can get from the
S-matrix.

15.1.1 Unitarity of the S-matrix

Before we calculate the transport properties of a mesoscopic system, let us look at some
properties of the S-matrix. First of all, it must be unitary, i.e. S~ = Sf. This is a
consequence of probability current conservation. The incoming electron flux Y, |eim|? =
|cin|? must equal the outgoing flux Y, |cout|* = |cout|? and therefore

T

cout cout =

cl e = ciTn (1-8'S)¢c,, =0, (15.11)

in ~in

and hence St = S~ 1. From the unitarity follows some properties of r and t, which we will
make use of below:

1=rir+tht =r'Te + ¢t
fq — 7
S S 1 = { 0 = thl + tTI', = t’Tr + r/"‘t’ ’ (1512)
and furthermore
= — 1 1417
f— 1 =rrt+ett =re' +t/t1,
SS - 1 = { 0 — rt“l‘ + tlrl"‘ — tI'Jr—i-I‘ItIT, (1513)

We also show the unitarity in a bit more explicit way by calculating the currents on
the left and right hand sides of the system. This we do because we will need the currents
later on anyway. The current through a cross section for a given state is, cf. Eq. (1.96b),

w Axg < — —
I(z) = / dy V*(z,y) Y (z,y), Jp=-— (89; - (9;,;) , (15.14)
0

where the arrows indicate to which side the differential operators are acting. For a station-
ary state, i.e. an eigenstate with energy FE, the continuity equation gives d,J = —p = 0,
i.e. I(x) cannot depend on z. Let us compute I(z) for a state with incoming coefficients
cin = (a™,b™). First calculate the current in region L

w <>
IL(x):/O dy (a* - gL +a - ¢p) J. (T pf +a” - ¢3)

a2 et 4 -2
= — (la*]? = [ra* +¢b7[%). (15.15)

where ¢ = (¢1 5, Pags---) and ¢ = (A1 s Pop - - - ). In the same way for R we obtain

In(z) = % (—|b—|2 + [tat + r’b—\z) , (15.16)
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or more detailed

I = % [(a+)f (1-rr)-a" — (bf)T (t"rt') b — 2Re[(a+)T th’b]] (15.17a)
In = % [(b*)* (~1+ Tr')b" + (a¥)' (tTt> at — 2Re[(a+)TtTr’b]]. (15.17h)

From the continuity equation we know that the current on the two sides must be equal,
I, = Ig, and we obtain Eq. (15.12) and hence S is unitary.

15.1.2 Time-reversal symmetry

Time-reversal symmetry means that H = H*, because if ¥(r,t) is a solution to the
Shrédinger equation so is U*(r, —t). In that case the scattering matrix is not only unitary
it is also symmetric, S = ST This has some important consequences for the statistics of
S-matrices in disorderd systems, which can be seen experimentally by studying transport
with and without an applied magnetic field.

A non-zero magnetic field B = V x A breaks time-reversal symmetry, and in this case
the Schrodinger equation is

Hp Ug(r) = [—%(VrJri%A)erV(r)] Up(r) = E Ug(r). (15.18)

Now, since Hg = H* 5 we see that
Hp Ug(r) = EVg(r) & H'g¥'g(r) = E¥'g(r), (15.19)

or in short: if ¥g(r) is a solution so is ¥* 5(r). We can therefore construct new eigen-
states by complex conjugation followed by reversal of the magnetic field. Suppose we
have eigenstate which is a linear combination of incoming and outgoing waves Ug(r) =
(Cin®Pin, CoutPout)s then we can make a new eigenstate by V¥ (r) = ¥§(r), which is a
solution for —B. However, because complex conjugation reverses the direction of propa-

gation, the new in- and outgoing wave functions are c¢i"™" = cf;, and cgf = cii . Since
eV ig a solution for —B, we have
o =S_pcht = ¢, =S_pChu = S_gShei, (15.20)
which shows that
S gSp=1 = S'p=8L = s,=57; (15.21)

In case of time-reversal symmetry, the scattering matrix therefore has an additional sym-
metry besides being unitary: it is also a symmetric matrix. This will be of importance
when we look at disordered systems below.



15.2. CONDUCTANCE AND TRANSMISSION COEFFICIENTS 263

15.2 Conductance and transmission coeflficients

Next we calculate the conductance. This will be done in two different ways: first we
will argue on physical grounds that the population of the scattering state is given by
the equilibrium distribution function of the reservoir, which allows us to calculate the
current directly. Secondly, we calculate the conductance using linear response theory,
and, fortunately, we find the same result. While the first method is more physically
appealing, one could get in doubt if the Pauli principle is treated correctly. The linear
response result shows that indeed the first method gave the right answer, at least in the
linear response limit.

The answer we find, the celebrated Landauer-Bittiker formula, is very simple and
physically sensible: the conductance of a mesoscopic sample is given by the sum of all the
transmission possibilities a given electron has, i.e. by the sum of transmission probabilities

_ 2¢2

=7

2
> To= 2% Te[t't], (15.22)

n

where 7, are the eigenvalues of the matrix tft. This should not be confused with the
transmission probabilites, i.e. the probability that an electron in a given incoming state,
n, ends up on the other side. This probability is T}, = (tTt)nn, but when summing over
all incoming states n we in fact get, > 7, = >, T),. So we can write Eq. (15.22) in terms
of T, or T, as we please.

The Landauer-Buttiker formula tells us that the conductance of a mesoscopic sample
is quantized in units of 2e?/h. The number of quanta will be the number of channels
connecting the two sides. However, since 7, is a number between 0 and 1 one expect
this quantization to show up only for some special geometries where T;, is either 0 or 1.
This is in fact what happens for the quantum point contact, which is discussed below
in Sec. 15.3.1. There a particular smooth interface between the two reservoirs ensures
that 75, changes in a well-controlled manner between 0 and 1. However, there are other
examples where the conductance quantum e?/h shows up, namely in the fluctuations of
conductance. These fluctuations are universal in the sense that they have an amplitude of
the order €2 /h independent of the average conductance. This is discussed in Sec. 15.4.3.

15.2.1 The Landauer-Biittiker formula, heuristic derivation

We argued above that if the reservoirs are much wider than the mesoscopic region and
its leads, then we can assume reflectionless transmission from the leads to the reservoirs,
i.e. the electrons entering the reservoir from the sample are thermalized before returning.
Thus all electrons entering from the contacts are distributed according to the Fermi-Dirac
distribution np of the given reservoirs. Furthermore, since the mesoscopic region is defined
to be phase coherent, no energy relaxation takes place there, and consequently electrons
originating from, say, the left reservoir maintain their distribution function equal to that of
the reservoir. Therefore it is natural to express the occupation of the scattering eigenstates
@bffa by two different distribution functions f* and the chemical potentials iy, /r of the
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relevant reservoirs,

FHE) = nple —pe)s  F(E) = ngle — ur). (15.23)

Now it is a simple matter to calculate the current through the mesoscopic system. Because
of current conservation, we can calculate it in either of the regions L, R, or M. Naturally,
we choose to do so in the perfect leads L or R where the wavefunctions are known. Let
us look at the current in the left lead:

I_IL_eZ[ 4 (B) + I f (En)|. (15.24)
The currents carried by a scattering state ¥ can be read off from Eqs. (15.17a) and (15.17b)
by substituting (a),, = d,, for a state moving in the positive direction and (b™),, =
for a state moving in the negative direction. We get
h h
I+:—[1—(T) }:—(tft) : 15.25
nk m nr nn m nn ( )
- h It gt h 1t
Lo=——(t") =—[-1+ () ] (15.26)
nn m nn
Transforming to an energy integral as in Eq. (15.4), the current is therefore simply
aE [ (t¢) ng(E —pp) = (67)  ng(E - pn)] . 15.27
= | ) (B = ) (B~ pin) (15.27)

The sum over diagonal elements of (tTt) is nothing but the trace. The unitarity condition
Eq. (15.13), then leads to Tr[t'Tt'] =Tr[tTt], and the current can be written as
(& o 1

I=s55 ) e Tr[tEtE] [nF(E —pp) — ng(E — MR)]. (15.28)
In Eq. (15.28), we have stressed the energy dependence of the transmission matrix, but at
low voltages V' and temperatures T" we can assume 7, to be energy independent and the
integral can be done. For |eV| = |ur—pur| < w1, where p is the equilibrium electrochemical
potential, we Taylor expand around p and find after integration

From spin 9 9 9
= 2 ~v Trltht,| = G = %ﬁ[ﬂt} = %;m (15.29)

This is the famous Landauer-Biittiker formula.

The expression Eq. (15.27) for current relies on the fact that the scattering states are
eigenstates of the system, which means that we should not include any kind of blocking
factors (1 — np) to ensure that the final state is empty, as one would normaly do in
a Boltzmann equation. Once a state is occupied in one lead, it is automatically also
occupied in the other. Thus we are not talking about a scattering event from one reservoir
to the other, but rather about the thermal population of eigenmodes. In order to dismiss
any concern about this point, the next section is devoted to a derivation of Eq. (15.22)
from first principles using the linear response formalism of Chap. 6.
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15.2.2 The Landauer-Biittiker formula, linear response derivation

Our starting point is Eq. (6.25) expressing the conductance G in terms of the current-
current correlation function,

G(w) = —ii Re / " dt e 1) (I, ), I(a, 0)]) » (15.30)

— 00
where the current operator I(x) due to current conservation can be evaluated at any cross

section x in the perfect leads, rendering G independent of z. In second quantization the
current operator is given by

=Y jw (@) chey, (15.31)
AN

) B . — «—

Iw (@) =5 — /dy PA(z,y) (éu - 6fc> Px(z,y), (15.32)

where we choose {t\} as a set of eigenstates, and where j,,, is a matrix element of the
current operator. We will of course use the scattering states that we found above as our
basis, which means that the quantum number X is specified by A\ = {E, n, n = +}. We
start by calculating the commutator in Eq. (15.30)

([I(z' 1), 1 ZJW' Z]AX i(Ex= Ekl)t/h<|:CAC)\”CTCV’i|>0
AN

_ Z vy (@ i(Bx—Es)t/h [ () —nF(EX)], (15.33)
AN

where we used that (cl\c/\,>0 = dwwnp(Ey), and that jyy(z') = (juwa(z’))” . Inserting this
into Eq. (15.30) yields

'x/2
) = 2T e I e mipa]. 03

and in the dc-limit, w — 0, one has

onn(FE
G = —2h€ ™ g |])\)J |2 <_(§7l(?)\)\)> ) (E)\ - E)\l) . (1535)
AN

Changing the sum over eigenstates to integrals over energy, i.e. >, — Znn ST [dE,

and setting 7' = 0 such that (—0ny(E)/OE) = 6(E — EF), the conductance becomes

2
5) S Umnme e ), (15.36)

nn' '’

G(0) = —2he?n (2:;

. . . p .
Due to current conservation the current matrix elements j,, g, nyEp(2') are independent
of z’, and we evaluate them in the L or R region at our convenience. We obtain

h( (t'),,,  (t7),, ) h

jnnEF,n’n’Ep(x,) = E B (tITI‘) (—tth') = E‘L (1537)
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where the rows and columns correspond to 7 = +1 and —1, respectively. Hence we get

B\ 2
Z |jnnEF,n’n’EF(x,)|2 = <_> Tr [T‘]}
m
nn',m’
A 2 2 2
- <_> Tf[(tft) +(t’Tt’) +r’TttTr’+th'tlTr]
m

—2 <E>2Tr [tTt] : (15.38)

m

after using the result Eq. (15.13). The final result is therefore
2¢? 2¢?
I = —%Tr [tft} /dx' E(') = %Tr [tft] v, (15.39)

which again is the Landauer-Biittiker formula. We have thus seen that it can be derived
microscopically, and any doubt about the validity of the treatment of the occupation factor
in the heuristic derivation, has been removed.

15.3 Electron wave guides

15.3.1 Quantum point contact and conductance quantization

One of the most striking consequences of the Landauer-Biittiker formula for conductance is
that the conductance of a perfect channel is 2¢?/h, and if there are N “perfect” channels
it is N2e2/h. This has been experimentally tested in numerous experiments and it is
now a well-established fact. The first experiments showing this was done by groups in
Delft (Holland) and Cambridge (England) in 1988. The technique they used was a so-
called splitgate geometry where a set of metallic gate electrodes was put on top of a two-
dimensional electron gas such that a narrow contact between the two sides of the 2DEG
was formed, see Fig. 2.10b. By applying voltage to the gates the width of the constriction
could be controlled very accurately. As the width decreases quantum channels are squeezed
out one by one, until only one remains, leading to a staircase of conductance, each step
being of height 2¢2/h, see Fig. 15.2. We will now see how this nice effect can happen.

Suppose there is a smooth constriction between two electron reservoirs. Smooth here
means a horn-like shape were the curvature at all points is large compared to the wave-
length of the wave which is going to be transmitted through the horn. The relevant wave
equation for an electron horn is of course the Schrodinger equation, but there is in prin-
ciple no difference between the electron wave guide and horn wave guides used in loud
speakers, water waves or other wave phenomena. So the quantized conductance is nothing
but a manifestation of the wave nature of a quantum particle, but you might say a very
striking one.

The Schrodinger equation for the quantum point contact geometry is

h2

(02 4 02) + Veont(,9) | W(a,y) = B Wz, ), (15.40)
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Figure 15.2: An experiment on quantized conductance. The upper left panel is a picture of
the surface of an GaAs chip with an etched point contact structure. The lower left panel is
an zoom-in of this structure recorded in an electron microscope. The right panel shows the
conductance versus sidegate voltage. At the lowest temperature (1.3 K) the conductance
shows clear steps at integer values of 2¢2/h. By clever design this point contact yields a
particularly large subband splitting, which is why the conductance quantization persists
up to “high” temperatures of the order 20 K. The device was fabricated and measured at
the Orsted Laboratory, Niels Bohr Institute.

where Veone(,y) is the confinement potential. Because the change along the z-direction
is assumed to be smooth, we try to separate the motion in longitudinal and transverse
motion. Had the confinement potential been rectangular we would have eigenstates as ¢*
in Eq. (15.2b). Inspired by that we expand the wave function in terms of the transverse
eigenstates xp(y) which however are z-dependent now, as are the expansion coefficients

¢n($),
U(z,y) = Z¢n($)Xnm(y) (15.41)

This is always possible at any given fixed z since, being solutions of the transverse
Schrodinger equation, {x,(z)} forms a complete set,

h2

| 5en 8 Vit .9 ) = )0 (15.42)
Inserting Eq. (15.41) into Eq. (15.40) and multiplying from the left with x . (y) followed
by integration over the transverse direction, y, yields

2m

h2
[——65 + 5n(x)] bn(z) = Edp () + 0y, (15.43)
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Figure 15.3: Tllustration of the adiabatic contact giving rise to an effective one-dimensional
barrier. When the energy of the incident electron is larger than the maximum transverse
kinetic energy, i.e. the maximum of ¢,(z), it is transmitted through without reflection,
otherwise not. The width of constriction and thereby the height of £, () is controlled by
a voltage applied to the gate electrodes.

where
h? . 2
Op = m Z/dan;v(y) [(ax¢n’ () (Ouxwa(y)) + o (m)axXn’x(y)] : (15.44)

As mentioned, the fundamental approximation we wanted to impose was the smooth
geometry approximation, often refered to as the adiabatic approximation. It means that
the derivative of the transverse mode with respect to longitudinal direction is neglected,
i.e. OpXnz(y) = 0. In the case of hard walls,

0 forye[—d(z)/2,d(x)/2],

oo otherwise,

Veont(z,y) = { (15.45)

the transverse wavefunctions are the well-known wavefunction for a particle in a box

2 (ml—dw))

with the corresponding eigenenergies

hZ 2
en(z) = 77r2 n? (15.47)
2m [d(z)]
Taking the derivative 9y Xnz(y), will give something proportional to d'(z). The essence
of the adiabatic approximation is that d’'(z) < 1, such we end up with an effective one-
dimensional problem of decoupled modes, ¢,, which obey the 1D Schrodinger equation



15.3. ELECTRON WAVE GUIDES 269

with an energy barrier e, (z)

hZ
5 2alo)| (o) = B o). (15.45)

The transverse direction has thus been translated into an effective 1D barrier. The barrier
is there because some of the kinetic energy is bound into the transverse motion. Let
x = 0 be the position in the constriction where this is most narrow, i.e. dpi, = d(0).
If the transverse kinetic energy, ei® = ¢,(0), at this place is larger than F, the mode
cannot transmit (neglecting tunneling through the barrier, of course). If, however, it is
smaller than E the mode has sufficient energy to pass over the barrier and get through
the constriction, this is illustrated in Fig. 15.3.

For smooth barriers, we can use the WKB approximation result for the wavefunction

xr

On(x) = ¢XVKB(:1:) = \/ﬁ exp <z/_ dm'p(x')/h) , plz) =2m(E —ep(x)),
(15.49)

which is a solution to Eq. (15.48) if |p’(z)/hp®(z)| < 1. In this case we can directly read
off the transmission amplitude because in the notation used for the scattering states, we
have r = 0 and hence |t| = 1. The conductance is therefore

2¢? max
G = T;@(EF—;;J ). (15.50)

All subbands with energy smaller than Er contribute with one conductance quantum,
which results in a step structure of the conductance as a function of €)'**. This is roughly
what is seen experimentally, where £,'** is changed by changing the width of the constric-
tion through the voltage of the gate electrodes.

Obviously the WKB approximation breaks down if p(z) is too small. Right at the
point where a new channel opens, which happens when Er = £,(0), we would expect
some smearing of the step. The shape of the smearing will in general depend on the
geometry of the constriction and is, in contrast to the step heights, not universal. A useful
model is the so-called saddle point model for the constriction, where the confinement

potential is modelled by

1 1
Veont(2,y) = 5"“*{5?/2 - §mw§m2 + Vo, (15.51)

where Vj is a constant. The saddle point model can be thought of as a quadratic expansion
of the confinement potential near its maximum. Using this potential it can be shown that
the transmission probability has a particular simple form, namely

1
T.(F) = .
n(E) exp (1 (E— Vo — (n+ 1)hwy) /hw,) +1
For this model the smearing of the conductance steps thus has the form of a Fermi func-
tion. Experiments using the splitgate geometry indeed show that the conductance traces
(meaning conductance versus gate voltage) are well described by Eq. (15.52).

(15.52)
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Figure 15.4: A device which shows Aharonov-Bohm effect, because of interference between
path 1 and path 2. The interference is modulated by magnetic flux enclosed by the
paths. This is shown in the bottom part, where the left panel shows the experimental
realization, while the right panel depicts the conductance versus B-field trace. Both the
device fabrication and the measurments have been performed at the Orsted Laboratory.

15.3.2 Aharonov-Bohm effect

A particular nice example of interference effects in mesoscopic systems is the Aharonov-
Bohm effect, where an applied magnetic field B is used to control the phase of two in-
terfering paths. The geometry is illustrated in Fig. 15.4. Each of the arms in the ring
could be an adiabatic wave guide, where the wave function can be assumed to be of the
form in Eq. (15.49). Because of the applied B-field we must add a vector potential A to
the Schrodinger equation Eq. (15.40) as in Eq. (15.18). At small magnetic fields we can
neglect the orbital changes induced by B in the arms of the ring and absorb the vector
potential due to the B-field through the hole of the ring as a phase factor

Up_o(r) — Ups(r) = Up_o(r)exp (z% / ) dl-A). (15.53)

We now approximate the line integral by an integral following the center of the waveguides
and furthermore assume ideal adiabatic arms, i.e. no backscattering. In that case the
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transmission coefficient is given by a sum corresponding to the two paths

r r
t o< exp (ig/ dlA) + €% exp (ig/ dl- A) , (15.54)
h path 1 h path 2

where ¢q is some phase shift due to different length of the two arms. The transmission
probability now becomes

r o
12 o 1 + cos <¢0 + %/ dlA) =1+ cos (qso + %) : (15.55)
path 1+2 0

where @ is the flux enclosed and ®) = e/h is the flux quantum. The conductance will
oscillate as with the applied magnetic, a signature of quantum interference. Note that the
effect persists even if there is no magnetic field along the electron trajectories, which is a
manifestation of the non-locality of quantum mechanics. Experiments have verified this
picture. See Fig. 15.4.

15.4 Disordered mesoscopic systems

In this section we shall study disordered mesoscopic systems. The experiments we have
in mind are e.g. experiments on disordered “quantum dots”, which is a mesoscopic re-
gion connected to reservoirs just as we have discussed above where the Landauer-Biittiker
formula was derived, see Fig. 15.5. Again we use the Landauer-Bittiker to calculate the
conductance, but because the system is disordered in makes little sense to talk about
the conductance for specific sample geometries. One cannot precisely neither locate nor
control the positions of the impurities. Instead one studies the statistical properties of
the conductance for an ensemble of systems. The average and the variance of the conduc-
tance will turn out to exhibit interesting quantum phenomena, namely weak localization
and universal conductance fluctuations, respectively. In order to understand these two
phenomena, we must first learn about how to average over S-matrices.

Fig. 15.5 shows an example of a disorder mesoscopic system. It cannot be a surprise
that the classical motion in such a geometry is expected to be chaotic and the system to be
ergodic, which means that all parts of the phase-space are visited with equal probability.
Quantum mechanically this means that there are no symmetries and hence no systematic
degeneracies of energy levels. In fact, as a function of any external parameter (e.g. shape,
magnetic field, or density) the energy levels avoid to cross one another. This important
phenomenon is known as level repulsion.

15.4.1 Statistics of quantum conductance, random matrix theory

Let us consider the statistical properties of some ensemble of disordered or chaotic systems
influenced by some external parameter. Such ensembles have been studied for a long time,
initially atomic nuclei containing a large number of nucleons. The basic assumption being
made is that the Hamiltonians describing each of the systems of the ensemble are drawn
randomly according to some probability distribution only constrained by the symmetry of
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Disordered quantum dot

Impurity

Figure 15.5: Disordered quantum dot geometry. The averaged over different geometries
could be an average over positions of impurities, dot boundaries or Fermi energy.

the system. This statistical method is known as random matrix theory (RMT). The matrix
elements of the Hamiltonians are assumed to follow a Gaussian distribution, and from this
one can argue that the S-matrix follows the so-called circular ensemble distribution. This
means that all unitary matrixes are equally likely, or in other words the distribution P(S)
of scattering matrices S is uniform in the group of unitary matrices of size 2N x 2N,
denoted U(2N). This claim can also be justified by “entropy” considerations, in sense
that it is the distribution which maximizes the entropy and hence is the ensemble with
“maximal randomness”.

Here we will not be concerned with the microscopic justification for the ensemble
averaging, but simply say that since we have no information about the scattering matrix
the most sensible thing to assume is that all scattering matrices in U (2N) will appear with
equal probability

P(S) = const. , (15.56)

only subject to normalization conditions and symmetry constraints. For the time-reversal
symmetry case, we are therefore restricted to symmetric members of U (2N). The TR case
can be realized by writing S = UU7T, where U € U (2N). We skip the derivation and
simply list the first few moments of a random unitary matrix of dimension M = 2N:

(Uag) =0, (15.57)
. 1
<UaaUﬁb> = M(Saﬂéaba (15.58)
* % 1
<Uaa o'a UBbUB’b’> = m (5aﬁ(5ab5a’ﬁ’ (5a’b’ + 5aﬂ’5ab’5a’ﬁda’b)
1
- MGr-TD (800ab O 300t + O SabOar 0arty ) - (15.59)

The method to derive these result is to utilize (f(U)) = (f(UoU)) = (f(UUy)), which for
any fixed unitary matrix Uy is a consequence of Eq. (15.56). By suitable choice of Uy the
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various averages can be derived. The first term in Eq. (15.59) is equivalent to assuming
the real and imaginary parts of U,, to be independent, while the last term corrects for
that because the unitarity condition gives some constraints on the elements of U. These
correlations however become less important in limit of large M.

15.4.2 Weak localization in mesoscopic systems

In Sec. 14.4 studied the weak localization in self-averaging macroscopic samples. The
origin of this effect was found to be the constructive interference between time-reversed
pairs of paths beginning and ending in the same point in space. Also mesoscopic systems
exhibit weak localization. In this case the coherence length is larger than the sample,
hence the conductance is given by the S-matrix through the Landauer-Biittiker formula,
and we can find the weak localization correction not for an individual sample but for an
ensemble of samples using random matrix theory of the S-matrix.

It is important to realize that the weak localization correction survives ensemble aver-
aging. The average conductance is therefore

(@) = % <Tr [tTt]> - 2762 Z S (S Smn) (15.60)

The result now depends on whether time-reversal symmetry is present or not, i.e. if a
B-field is applied or not. First take the case of broken time-reversal symmetry, B # 0. In
this case there is no other constraints on S than that it is unitary and there we can use

Eq. (15.58) directly
2¢2 5, 1 22N
Glop=3 Ny =77 (15.61)

The case B = 0 means that in addition to unitarity S is also symmetric. Writing S = UUT
we get

2N 2N 2N

(G = 22 Z S SO S WU Ui Uni) (15.62)

n=1m=N+1 i=1 j=1

and now applying Eq. (15.59), we have

26 2N 2N 2N 1
( Z Z ZZ 52]+5mn52] < N) 4N2—1 (1563)

n=lm=N+1 i=1 j=1
2¢2 1 1 2¢2 N?
:ii(m\ﬂ) 1— — :i77
h 4N2 -1 2N h 2N +1
which is smaller than the B # 0 result. It is natural to compare the conductance with the
classical conductance i.e. the series connection between two leads with N channels

oG . <G> N _ —W ,fOI' B = 0,
0 ,for B # 0.

(15.64)

= 15.
2e2/h  2e2/h 2 (15.65)
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This result clearly shows that quantum corrections, which comes from the last term in
Eq. (15.59), give a reduced conductance and that the quantum coherence is destroyed by
a magnetic field. Of course in reality the transition from the B = 0 to the finite B-field
case is a smooth transition. The transition happens when the flux enclosed by a typical
trajectory is of order the flux quantum, which we saw from the arguments leading to
Eq. (15.55).

15.4.3 Universal conductance fluctuations

The fluctuations of the conductance contains some interesting information about the na-
ture of the eigenstates of a chaotic system. Historically the study of these fluctuations
were the first in the field of mesoscopic transport. They were observed experimentally
around 1980 and explained theoretically about five years later.

It is an experimental fact that the fluctuations turn out to be independent of the size of
the conductance itself, which has given rise to the name universal conductance fluctuations
(UCF). Naively, one would expect that if the average conductance is (G) = Ng(2¢2/h),
corresponding to Ny open channels, then the fluctuations in the number of open channels
would be /Ny, so that (§G) = (2¢%/h)\/Np. This is not seen experimentally, the reason
being that the transmission probabilities are not independent. The number of conducting
channels in a given energy window does therefore not follow a Poisson distribution.

For a completely random system without any symmetries, we do not expect degen-
eracies to occur. In fact one can show from RMT that the statistical measure vanishes
when two eigenvalues coincide. Given an eigenvalue x = 0, the probability for the next
eigenvalue to be at = can be shown to be

P(x) = T exp (—Exz) , (15.66)
2 4

for the case with time-reversal symmetry. This is called the Wigner surmise, and a sug-

gestive derivation is as follows. Suppose that the probability of finding an eigenvalue in

dx is f(x) dz, then P(z) dx is the probability f(z) dz of finding an eigenvalue at = times

the probability that there was no eigenvalues in the interval [0, z]:

P(2)dz = exp (— /0 " f(x’)) f(w)da, (15.67)
and hence
P(x) = f() exp (— /0 " f(x’)) . (15.68)

For f constant, we recover the Poisson distribution result. Assuming “linear repulsion”
f(x) < z, we get Eq. (15.66) after suitable normalization. The fluctuations of the number
of eigenvalues in a given interval is therefore far from 1/ V/N, which is the physical reason
for the “universal” behavior.
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Figure 15.6: Variance of the conductance of a quantum dot as a function of magnetic field.
The trace is taken at 30 mK. The decrease of the variance when the time-reversal symmetry
is broken by the magnetic field is clearly seen and the decreases by approximately a factor
of 2 is in agreement with the theory. The inset shows the geometry of the quantum dot,
which has additional gates by which the shape can be changed. After Chan et al., Phys.
Rev. Lett. 74, 3876 (1995).

In the following we calculate the fluctuations of G' using the statistical RMT for the
S-matrix as outlined above. The fluctuation of the conductance in the TRS case are

262 2 N 2N N 2N
<Gz>B¢O=(7) Yood D D (SrnSmnSmmSwn)

n=lm=N+1n'=1m/'=N+1

902\2 N, 2N N 2N 1 1
()X X X % gy (1 S g Gt )

n=1m=N+1n'=1m/'=N+1

2¢2\? N* 2¢2\ % / N\ 2 1
(=) o (Z)) (2 (14— for N> 1 15.
(h) o (h) (2) (+4N2), or NS (15.60)

and the variance is

<5G2>B 1
#0
B S 16 for N> 1. (15.70)

A similar calculation for the B # 0 case gives

5G2
ﬁ ~ % for N> 1. (15.71)
e
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The variance is thus independent of the average value of G and furthermore it is expected
to decrease by a factor of 2 when a magnetic field is applying. Indeed this is what is seen
experimentally for example as shown in Fig. 15.6.

15.5 Summary and outlook

Below we list a few text books and review papers about mesoscopic physics.

TEXT BOOKS:

1. Electronic transport in mesoscopic systems,
S. Datta, (Cambridge University Press), 1995.

2. Transport in nanostructures,
D.K. Ferry and S.M. Goodnick, (Cambridge University Press), 1995.

REVIEW PAPERS:

1. Quantum transport in semiconductor nanostructures,
C.W.J. Beenakker and H. van Houten,
Solid State Physics 44, eds. H. Ehrenreich and D. Turnbull, (Academic Press), 1991.

2. Random-matriz theory of quantum transport,
C.W.J. Beenakker, Review of Modern Physics 69, 731 (1997).

3. Conductance quantisation in metallic point contacts,
J.M. van Ruitenbeek, cond-mat/9910394.

4. The statistical theory of quantum dots,
Y. Alhassid, Review of Modern Physics 72, 895 (2000)



Chapter 16

Green’s functions and phonons

In this chapter we develop and apply the Green’s function technique for free phonons and
for the electron-phonon interaction. The point of departure is the second quantization
formulation of the phonon problem presented in Chap. 3, in particular the bosonic phonon
creation and annihilation operators b’ g and b introduced in Egs. (3.10) and (3.22)
and appearing in the jellium phonon Hamlltoman Eq. (3.4) and in the lattice phonon
Hamiltonian Eq. (3.23).

We first define and study the Green’s functions for free phonons in both the jellium
model and the lattice model. Then we apply the Green’s function technique to the electron-
phonon interaction problem. We derive the one-electron Green’s function in the presence
of both the electron-electron and the electron-phonon interaction. We also show how the
high frequency Einstein phonons in the free-phonon jellium model become renormalized
and become the usual low-frequency acoustic phonons once the electron-phonon interaction
is taken into account. Finally, we prove the existence of the so-called Cooper instability of
the electron gas, the phonon-induced instability which is the origin of superconductivity.

16.1 The Green’s function for free phonons

INA
Hel ph
in Eq. (3.41) and HJe1 on in Eq. (3.43), that the relevant phonon operators to consider are
not the individual phonon creation and annihilation operators, but rather the operators
Aq)\ and ALA defined as

It follows from all the Hamiltonians describing electron-phonon interactions, e.g.

(16.1)

Ay = (b +0 ). Al = (bl +g) =4 g,

The phonon operator Aq)\ can be interpreted as removing momentum q from the phonon
system either by annihilating a phonon with momentum q or by creating one with mo-
mentum —q. With these prerequisites the non-interacting phonons are described by Hpy
and the electron-phonon interaction by He ), as follows:

_ t 1
Ho =3 0 (Mhaboy +5). Haop = ZZ Iar Ckraotic Aqr (162)
g

ko g\

277
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Since Hpp, does not depend on time, we can in accordance with Eq. (9.5) define the phonon
operators A q)\(T) in the imaginary time interaction picture!

~

Ap(r) = eTHen A e THpn, (16.3)

With this imaginary-time boson operator we can follow Eq. (9.17) and introduce the
bosonic Matsubara Green’s function D?\(q, 7) for free phonons,

DY (aq,7) = (T, Ay ()AL (0)) = —(T A\ (T)A_,(0),, (16.4)

where 7. is the bosonic time ordering operator defined in Eq. (9.18) with a plus-sign.
The frequency representation of the free phonon Green’s function follows by applying
Eq. (9.25),

B .
D0 (q.ig,) = / dr ¢ DY(q, 1), wy = 20/, (16.5)

The specific forms for D?\ (q,7) and D?\ (q,1q,,) are found using the boson results of Sec. 9.3.1
with the substitutions (v,¢,,¢,) = (g, 2\, b.y). In the imaginary time domain we find

vy v q)\v q)\
DO (q 7_) o B [nB(Qq)\) + 1] e*QqAT - nB(Qq)\) quAT ) for 7 > 07 (]_6 6)
o —ng(Qg) €T = [ng(Qgy) + 1] 27, for T <0, '
while in the frequency domain we obtain
1 1 20,
D (a,iq,) = - — - = @v___ 16.7
A n) i — Qg ian + 9, (iqn)2 — (Qq,\)2 ( )

where we have used that ng(Qq\) = 1/[exp(8Qqn) — 1].

16.2 Electron-phonon interaction and Feynman diagrams

We next turn to the problem of treating the electron-phonon interaction perturbatively
using the Feynman diagram technique. For clarity, in this section we do not take the
Coulomb interaction between the electrons into account. The unperturbed Hamiltonian
is the sum of the free electron and free phonon Hamiltonians, He and Hyy,

1
Ho = Ho+ Hpy = > e i + 3 Qqn (blabar + 3 )- (16.8)
ko ql\

When governed solely by Hy the electronic and phononic degrees of freedom are completely
decoupled, and as in Eq. (1.103) the basis states are given in terms of simple outer product

'This expression is also valid in the grand canonical ensemble governed by Hp, — uN. This is because
the number of phonons can vary, and thus minimizing the free energy gives 0F/ON = p = 0.
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states described by the electron occupation numbers n, —and the phonon occupation
numbers N qn

[Wbasis) = Mgy gy <) [Ny s Ny o) (16.9)

What happens then as the electron-phonon interaction H ph of Eq. (16.2) is turned

on? We choose to answer this question by studying the smgle electron Green’s function
G,(k,7). In analogy with Eq. (11.5) we use the interaction picture representation, but
now in momentum space, and substitutes the two-particle interaction Hamiltonian W(T)
with the electron-phonon interaction P(7)

00 B8 R R
Z TrlL? / dT1 /0 dTm <T7_P(7—1) P( )Ckff( ) C};‘7(0)>0
GGy =m0 ™ = . (16.10)

Z — /6d71 .../OﬂdTm <TTP(TI)...P(Tm)>0

=0

where the W (7)-integral of Eq. (11.6) is changed into a P(7)-integral,

/OdTP /dT SN G s (7)o (77) Aga (75)- (16.11)

ko g\

At first sight the two single-electron Green’s functions in Eqgs. (11.5) and (16.10) seems to
be quite different since W (7) contains four electron operators and P(7) only two. However,
we shall now show that the two expressions in fact are very similar. First we note that
because the electronic and phononic degrees of freedom decouple the thermal average of
the integrand in the m’th term of say the denominator in Eq. (16.10) can be written as a
product of a phononic and an electronic thermal average,

(r

<T

h>.>

ql)\l( I)Aqm)\m (Tm>éir{+qlg'(7—1>éka (Tl)éL+qma(Tm)ékg' (Tm)>0 =
A

aon (1A ) (Tl q o (M) (1)ethrq o ()i (1)) . (16.12)

D:.>

It is clear from Eq. (16.1) that only an even number of phonon operators will lead to a
non-zero contribution in the equilibrium thermal average, so we now write m = 2n. Next,
we use Wick’s theorem Eq. (9.80) for boson operators to break down the n-particle phonon
Green’s function to a product of n single-particle Green’s functions of the form

. ) )
gql)\lgq] )‘] <TTqu z ( )qu )‘J (TJ)> = |gq1)‘ | <T qu l ( )A_ql)\z (TJ)>05qJ ’_qi 5)\“)\J
= —19q», " DA(@: Ti—7))dq g0 (16.13)

0

Note how the thermal average forces the paired momenta to add up to zero. In the final
combinatorics the prefactor (—1)"/m! = 1/(2n)! of Eq. (16.10) is modified as follows. A
sign (—1)™ appears from one minus sign in each of the n factors of the form Eq. (16.13).
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Then a factor (2n)!/(n!n!) appears from choosing the n momenta q; among the 2n to be the
independent momenta. And finally, a factor n!/2™ from all possible ways to combine the
remaining n momenta to the chosen ones and symmetrizing the pairs, all choices leading
to the same result. Hence we end up with the prefactor (—1/2)"/nl. For each value of n
the 2n operators P( ;) form n pairs, and we end with the following single-electron Green’s
function,

i = /Oﬁdﬁ ..-/OﬂdTn <TT75(7'1) (1), (7) C;r<0(0)>0

n!

i (_nl!)n/oﬂdT1 .../OBdTn <TT’ﬁ(T1) . 75(7'n)>0

n=0

where the P(7)-integral substituting the original P(r)-integral of Eq. (16.10) is given by
the effective two-particle interaction operator

/dTP /dT/dT Y3y 2v2 92 * DX (@, 7;—7;)

kioi kaoo g
Af Af - A
X Chy v al( j)cqu’(72 (Ti)Ck2a2 (Ti)ckwl(Tj). (16.15)

From this interaction operator we can identify a new type of electron-electron interaction
yph , mediated by the phonons

el—e

2 10 A o R R
el el QV Z ZZ |gq)\| D q’ i >Ck1+q,01(T> koy— q02(Ti>ck202(7—i)ck101(Tj)'

kio1 kaoa g
(16.16)

This interaction operator resembles the basic two-particle Coulomb interaction operator
Eq. (2.34), but while the Coulomb interaction is instantaneous or local in time, the phonon-
mediated interaction is retarded, i.e. non-local in time, regarding both the operators and
the coupling strength (1/V) |gq)\|2 DY (q, 7;—7;). The derivation of the Feynman rules in
Fourier space, however, is is the same as for the Coulomb interactions Eq. (11.24):

(1) Fermion lines with four-momentum orientation: o %= Go(k,ik,,)
o, 1k,

(2) Phonon lines with four-momentum orientation: f%?%?\ = —%|gq)\|2 D?\(q, iqy,)
? n

(3) Conserve the spin and four-momentum at each vertex,

i.e. incoming momenta must equal the outgoing, and no spin flipping.

(4) At order n draw all topologically different connected diagrams containing n
oriented phonon lines —%|gq)\|2 D?\(q, iq,), two external fermion lines G0 (k, ik, ),
and 2n internal fermion lines G2 (p;, z'pj). All vertices must contain an incoming
and an outgoing fermion line as well as a phonon line.

(5) Multiply each fermion loop by —1.

(6) Multiply by BLV for each internal four-momentum p and perform the sum Zﬁw\.

(16.17)
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16.3 Combining Coulomb and electron-phonon interactions

We now discuss the effect of the long range Coulomb interactions between electrons and
ions and between electrons themselves. For simplicity we henceforth study only longitu-
dinal phonons and hence drop all reference to the polarization index A. In Fig. 3.1 we
have already sketched the ion plasma oscillation that occurs, if we consider the interaction
between the ions and the electron gas assuming the latter to be homogeneous and com-
pletely inert, i.e. disregarding all the dynamics of the electrons. A complete calculation is
rather tedious, but in Sec. 3.1 we studied the ion plasma oscillations in the jellium model
neglecting the electron dynamics. In the case of an ion density p) = N/V we found the
dispersion-less jellium phonon modes in the long wave length limit,

Z2e2N
Qg =0= . 16.1
4 V eeMV (16.18)

The coupling constant for the electron-electron interaction mediated by these jellium
phonons is found by combining Eqgs. (3.44) and (16.18),

1 2
v |gq)\| Y

1 /Ze?\2 Nh e Y 1
= =W Q 16.19
(qe()) MO g 2 2@ (16.19)

which not surprisingly is proportional to the Coulomb interaction W (q). Note that we have
dropped £ in the last equality in accordance with the convention introduced in Sec. 5.1.
The resulting, bare, phonon-mediated electron-electron interaction is

QZ

T (16.20)

1 :
v |gq)\|2 D?\(q, an) = W(Q)
To discuss the role of the electron dynamics we now add the electron-electron Coulomb

interaction Vi o of Eq. (2.34) and study the full Hamiltonian H for the electronic and
phononic system,

H = He) + Ve—el + Hpn + Hej—ph. (16.21)

16.3.1 Migdal’s theorem

When the electron-phonon coupling He_pp, is added, the question naturally arises of
whether to study the influence of the electrons on the ions before that of the ions on
the electrons, or vice versa. The answer is provided by Migdal’s theorem. This theorem
is the condensed matter physics analogue to the well-known Born-Oppenheimer approxi-
mation of molecular physics. The latter states that it is a good approximation to consider
the coordinates R,; of the slowly moving, heavy ions as parameters in the Schrodinger
equation for the fast moving, light electrons, which is then solved. In the second stage the
values of R; are then changed adiabatically. Likewise, it can be proven by phase space
arguments that renormalization of the electron-phonon vertex is suppressed at least by a
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factor \/m/M ~ 1072, where m and M are the masses of the electron and ion, respec-
tively. We will just outline the proof of Migdal’s theorem here by studying the simplest
phonon correction to the electron-phonon vertex,

LN . (16.22)

The proof builds on a self-consistency assumption. We assume that the high frequency
jellium phonons, €2, get renormalized by electron screening processes to the experimentally
observed low frequency acoustic phonons, wy = vs q. If these phonons are used we can
prove Eq. (16.22), and if, as shown in the following section, Eq. (16.22) is correct we can
prove the assumed phonon renormalization.

The important frequencies for acoustic phonons are smaller than the Debye frequency
wp, thus we concentrate on phonon frequencies wy < wp. The diagram on the left hand side
in Eq. (16.22) contains one phonon interaction line and two electron propagators more than
the diagram on the right hand side. Now, according to Eq. (16.37) the typical (acoustic)
phonon interaction line for low frequencies, |ig,| < wp, is W(q) /eRPA_ Furthermore,
due to four-momentum conservation, the two internal electron propagators are confined
within wp to the Fermi surface. Consequently, a phase space factor of the order wp/ep
must appear in front of the usual unrestricted contribution from two such lines, the pair-
bubble of Eq. (12.21), x, = —d(ep). The ratio between the values of the two diagrams is
therefore roughly given by

W(q)  hwp fwp  vekp Z [m kp m
Mo areny = Mo _ _9 /2 [ [ 16.23
_RPA * ep x d(ep) ep  Tophkp 3 VM kg M’ ( )

where we have used Eqs. (12.22) and (3.5) at the first and third equality sign, respectively.
In the following we assume that we can neglect the phonon-induced renormalization of the
electron-phonon vertex. We therefore study only the influence of the electronic degrees
of freedom on the bare phonon degrees of freedom. The result of the analysis is that the
assumption for Migdals theorem indeed is fulfilled.

16.3.2 Jellium phonons and the effective electron-electron interaction

In more realistic calculations involving interacting electrons we need to consider the sum of
the pure electronic Coulomb interaction and the phonon-mediated interaction. This com-
bined interaction will be the basis for our analysis of the interacting electron gas henceforth.
Combining the Feynman rules for these two interactions, Eqs. (11.24) and (16.17), yields
the following bare, effective electron-electron interaction line,

~V(a. ig,,) ~W(a) —5l94/*D(a, g,
WM = e~~~ra~~~e + ¢TOO0GE0000 . (16.24)
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ARe [Vip(q,w)] A Re [V i (q,w)]

Figure 16.1: (a) The real part of the bare, effective electron-electron interaction V.%(q,w)
as a function of the real frequency w for a given momentum q. Note that the interaction is
attractive for frequencies w less than the jellium phonon frequency €2, and that V. (q, w) —
Wi(q) for w — o0. (b) The same for the RPA renormalized effective electron-electron
interaction VG%-PA(q,w), see Sec. 16.4. Now, the interaction is attractive for frequencies w

less than the acoustic phonon frequency wq, and Véff}PA(q, w) — WEPA(¢) for w — .

The specific form of V.3 is obtained by inserting Eq. (16.20) into Eq. (16.24),

Vir(ig) = W) + Wie) —e =) —2 (169
eff ? qn q q (an)z _ QZ C_I (an)z — Qz, .
or going to real frequencies, iq,, — w + i,
2
0 W
Vegr(a,w) = W(q) P (16.26)

The real part of V% (q,w) is shown in Fig. 16.1(a). It is seen that the bare, effective
electron-electron interaction becomes negative for w < (2, i.e. at low frequencies the
electron-phonon interaction combined with the originally fully repulsive Coulomb interac-
tion results in an attractive effective electron-electron interaction. At high frequencies the
normal Coulomb interaction is recovered.

16.4 Phonon renormalization by electron screening in RPA

The electronic Coulomb interaction renormalizes the bare, effective electron-electron in-
teraction. Migdal’s theorem leads us to disregard renormalization due to phonon processes
and only to consider the most important electron processes. Since Ve%-(q) is proportional
to the bare Coulomb interaction, these processes, according to our main result in Chap. 12,
in the limit high electron densities are given by RPA. Before we consider how the phonon
propagator is renormalized by the electronic RPA, let us remind ourselves of the following
expressions from Chap. 12, Eqgs. (12.61)—(12.65) between the dielectric function e®PA, the
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density-density correlator yRFA = (@), and the simple pair-bubble x, = O,

"M aq,ig,) = 1 — W (q)xo(as ig,), (16.27)
(FPA Xo(a,q,,) Xo(4, 1G,,)

0 = nl_ 16.27b

(9i4,) = 1—W(g)xo(a ign) eBPA(q,ign) ( )

Wxo 1 1

1+ W(9)x"(q,iq,) = 1+ = - iqn)’
(@)x™ " (a,ig,) 1—Wx, 1-Wyx, RPA(q,ign)

(16.27¢)

Returning to the electron-phonon problem, we now extend the RPA-result Eq. (12.67) for

WEPA and obtain
VM aig,) = YW = WWe + vW\N\OWp (16.28)
The solution for VRPA(q, ig,,) has the standard form
_VO
~VEPA(q,iq,) = WY = — W _ n(9) (16.29)

I_WQ 1= V%(a) xo(a,ign)

While this expression is correct, a physically more transparent form of VRPA is obtained
by expanding the infinite series Eq. (16.28), and then collecting all the dlagrams contain-
ing only Coulomb interaction lines into one sum (this simply yields the RPA screened
Coulomb interaction WEPA), while collecting the remaining diagrams containing a mix of
Coulomb and phonon interaction lines into another sum,

—VEPA(q,iq,) —WRPA(q) —5|g5PAPDRPA (q, iq,, )

VWIS = ARARARARRAARS + FO0SOD0YD . (16.30)

RPA [ ( RPA)

Here the renormalized coupling gq I,

RPA—%@ >@ W (16.31)

is the sum of all diagrams between the outgoing left [incoming right] vertex and the first
[last] phonon line, while the renormalized phonon line DRPA(q, iq,,),

DRPA(q.ig) = MO0 = OO0 + 000, (16.32)

is the sum of all diagrams between the first and the last phonon line, i.e. without contribu-
tions from the external coupling vertices. The solution for the RPA renormalized phonon
line is

geYoTen _ D% (q, iq,)
1— W 1 — x®PA(q, igy) %|9q|2D0(QJQn)

DRP(q,ig,) = (16.33)
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Using first Egs. (16.7) and (16.20) and then Eq. (16.27c) leads to

20 20
DRPA(qig, ) = — = — , 16.34
( ) [(lQn)z - Qz] - QzW(Q)XRPA(Qa lQn) (an)z - w% ( )

where

Q Z2e2p? Ze2p
. —\/ -RPA fion. RPA fu ’ (16.35)
VerPA (a,ign) e tegM e tegM
is the renormalized phonon frequency due to electronic RPA screening. In a moment we
shall interpret this new frequency, but before doing so we study how also the coupling

Wq

constant g, gets renormalized in RPA and acquire the value gg{PA,
RPA _ RPA 9q
g = = + = 1+Wx"Ygq = wpa
= e = WO S DO =
(16.36)

The final form of the RPA screened phonon-mediated electron-electron interaction is now
obtained by combining Eqs. (16.34) and (16.36),

1 RpA 2 ~RPA,. . = l941%/V 2Q W(q) wy

- D .iq,) = Q00D = : = : .

v 9" | (9,i9,) =@ Z, (SRPA)2 (ign)? — w2 eRPA ({g,)2 — w2
(16.37)

We now see that this renormalized propagator is identical to the free phonon propagator
Eq. (16.20) where the unscreened phonon frequency 2 and the unscreened Coulomb inter-
action W (q) have been replaced by their RPA screened counterparts wq and W (q)/eRF4,
respectively.

A further physical interpretation of this result is obtained by evaluating the expression
Eq. (16.35) for wq in the static, long wave length limit. We note from Eqs. (12.65)
and (12.23) that in this limit e®F*(q,ig,) — k2/q® = (4kp/may)/q*. Inserting this into
Eq. (16.35) and using the relation kp® = 372 pY, yields the following explicit form of wq:

Ze2pY [ Zm
== == —_— . 1 .
wq(g—0, 0) e q SV Vpq (16.38)

This we recognize as the Bohm-Staver expression Eq. (3.5) for the dispersion of acoustic
phonons in the jellium model. The significance of this result is that starting from the
microscopic Hamiltonian Eq. (16.21) for the coupled electron and phonon problem, we have
used the Feynman diagram technique to show how the phonon spectrum gets renormalized
by interacting with the electron gas. The long range Coulomb forces of the non-interacting
problem resulted in optical jellium phonons with the high frequency 2. By introducing the
electron-electron interaction the Coulomb forces get screened, and as a result the phonon
dispersion gets renormalized to the usual low frequency acoustic dispersion wq = v, ¢. In
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more elementary treatments this spectrum is derived by postulating short range forces
following Hooke’s law, but now we have proven it from first principles.

We end by stating the main result of this section, namely the explicit form of the
effective electron-electron interaction due to the combination of the Coulomb and the
electron-phonon interaction, see also Fig. 16.1(b):

—VEA(a,iq,,) ~WEPA(q) — L|gRPA|2DRPA (g, i, ) oy
WS = RARBARS + P00 :_WRPA(q)(iq)qzinwz'
n)oT g

(16.39)

16.5 The Cooper instability and Feynman diagrams

In 1956 Cooper discovered that the electron gas in an ordinary metal would become
unstable below a certain critical temperature 7, due to the phonon-induced attractive
nature of the effective electron-electron interaction V;%PA(q,w) at low frequencies. This
discovery soon lead Bardeen, Cooper and Schrieffer (BCS) to develop the microscopic
theory explaining superconductivity.

In this section we will derive the Cooper instability using Feynman diagrams. The in-
stability arises because a certain class of electron-electron scattering processes when added
coherently yields a divergent scattering amplitude. We will first derive this divergence,
and then we will discuss its physical interpretation. The divergence is due to repeated
scattering between electron pairs occupying time-reversed states of the form |k 1) and
|~k |). Using the four-momentum notation k = (k, ik,) we consider the following pair
scattering vertex A(l;, D) :m given by the infinite ladder-diagram sum over scattering
events between time-reversed electron pairs:

—k| —pl -kl —pl —kL -kl —pl —kL —kil k2l —pl
O G X R X X O
kt Pt kt o kit Bt kt kit ket st (16.40)

Suppressing all arguments and stripping away the external electron propagators we can
recast Eq. (16.40) in the form of a Dyson equation for the pair-scattering vertex A,

IS
‘o%e% %

i (16.41)

PAXRK O

RRRXY

which is equivalent to the following integral equation

Ak, §) = ~VEPA(E—p) + Viﬁ S [-VEPA -] @2@) G (-D) AG ). (16.42)
q

To proceed we make a simplifying assumption regarding the functional form of Vé%PA(q, iq,,).

First we note that according to our analysis of the electron gas in Chap. 12 no instabil-
ities arise due to the pure Coulomb interaction. Thus we are really only interested in
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the deviations of VEFA(q, ig,) from WEPA(g). According to Eq. (16.39) and Fig. 16.1(b),
‘Q%PA(q,iqn) rapidly approaches WERPA(q) for frequencies larger than the given acoustic
phonon frequency wq, while it becomes attractive instead of repulsive for frequencies be-
low wq. Further, according to the Debye model of acoustic phonons, Sec. 3.5, the density
of phonon states, Dioy(e), is proportional to £2 or w?l for frequencies less than the De-
bye frequency wp = vskp and zero otherwise, see Eq. (3.27). This means that most of
the phonons encountered have a frequency of the order wp. It is therefore a reasonable
approximation to set w, = wp. Finally, as a last simplification, we set the interaction

strength to be constant. Hence we arrive at the model used by Cooper and by BCS:

: =V, |ig,| <w
VRPA ~ ’ n D
et (i) 0, lig,| > wp.

(16.43)
The integral equation for A(l;:, p) thus only involves frequencies less than wp,, and for those
it takes the form

“D
Mkp) =V o+ 53 5 YV Giain) 6 aiq) Aap).  (16.44)
iqn q

The summand on the right hand side does not contain the external momentum k, whence
for the left hand side we conclude A(k,p) = A(p), and thus for A(q,p) in the summand
we can write A(p). Now it is furthermore evident that the p-dependence occurs only in
the A-function, hence a consistent solution is obtained by taking A(k,p) to be a constant,
which we naturally denote A. On the right hand side of Eq. (16.44) we can take A outside
the sum, and solve for it:

A= v . (16.45)

VX1
L= 525 2.9 (@ig,) G aia)
q

iqn

We see that at high temperatures, i.e. § — 0, the resulting pair-interaction A equals the
attractive pair-interaction strength V' from Eq. (16.43). As T is lowered the denominator
in Eq. (16.45) can approach zero from above resulting in an arbitrarily strong or divergent
pair-interaction strength A. In quantum mechanics an infinite scattering amplitude signals
a resonance, i.e. in the present case the formation of a bound state between the time-
reversed pair of electrons. But in our model this would then happen simultaneously for
all electron pairs within a shell of thickness wp, of the Fermi surface, since the effective
pair-interaction is attractive only for energy exchanges less than wp. The conclusion is
clear: if the pair-interaction strength A diverge for a certain critical temperature 7, the
entire Fermi-surface becomes unstable at that temperature, and a new ground state is
formed involving bound electron pairs in time-reversed states. This instability is called
the Cooper instability, and the on-set of it marks the transition from a normal metallic
state to a superconducting state.

The critical temperature T' = T,., or 5 = (., for the on-set of the Cooper instability is
obtained by setting the denominator in Eq. (16.45) to zero using G2(q,iq,,) = 1/(iq, —€q)
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and q, = %ﬁ(n+%)

w w
VX1 1 1 V 00 1
Z VSR Ly VS ey [T
ﬁcngzqn—sq ~ign — €q Bcz )

2 2
00 4n T Eg

iqn iqn
w iﬂcwD
Vd(eg) 21 o 1
= 27 — =Vid(e
Bc Zqzn |qn| ( F) n=0 n+ %
Bcw
= Vd(ep) [y +1n (4 2—7TD)], (16.46)

where v = 0.577... is Euler’s constant. From this equation 7, is found to be

kT = E h *% ~ *%

ple = ——Twpe r) o~ 1.33 hwp e P (16.47)
Two important comments can be made at this stage. The first is that although the
characteristic phonon energy fiwp is of the order 100 K, see e.g. Fig. 3.6b, the critical
temperature T, for the Cooper instability is lowered to about 1 K by the exponential
factor. The second comment is that 7, is a non-analytic function of the pair-interaction
strength V', since T,(V') o< exp(—const/V'). Consequently, it is not possible to reach the
new ground state resulting from the Cooper instability by perturbation theory in V' of
the normal metallic Fermi sea. These problems will be treated in some of the exercise of
this chapter and in much greater detail in the next chapter concerning the BCS theory of
superconductivity.
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Appendix A

Fourier transformations

Fourier transformation is useful to employ in the case of homogeneous systems or to
change linear differential equations into linear algebraic equations. The idea is to resolve
the quantity f(r,t) under study on plane wave components,

fk y ei(k-r—wt), (Al)

i

traveling at the speed v = w/|k|.

A.1 Continuous functions in a finite region

Consider a rectangular box in 3D with side lengths L., L,, L, and a volume V = L, L, L.
The central theorem in Fourier analysis states that any well-behaved function fulfilling the
periodic boundary conditions,

f(r+ Lyey) = f(r+ Lyey) = f(r + L.e;) = f(r) (A.2)

can be written as a Fourler series

_ 1 ik-r kai—”, ng =0,+1,+£2,...
fx) = V ;fke ’ { likewise for y and =z, (A.3)

where
Jx = /dr f(r) ek, (A.4)
v
Note the prefactor 1/V in Eq. (A.3). It is our choise to put it there. Another choise would
be to put it in Eq. (A.4), or to put 1/v/V in front of both equations. In all cases the

product of the normalization constants should be 1/V.
An extremely important and very useful theorem states

/ dre™™ T =V, % > e =4(r). (A.5)
k
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Note the dimensions in these two expressions so that you do not forget where to put
the factors of V and 1/V. Note also that by using Eq. (A.5) you can prove that Fourier
transforming from r to k and then back brings you back to the starting point: insert f,
from Eq. (A.3) into the expression for f(r) in Eq. (A.4) an reduce by use of A.5.

A.2 Continuous functions in an infinite region

If we let V tend to infinity the k-vectors become quasi-continuous variables, and the k-sum
in Eq. (A.3) is converted into an integral,

— 1 ik-r 1V tker _ dk ik-r
f(r)—vgfke ngo §W/dkfke _/Wfke . (A.6)

Now you see why we choose to put 1/V in front of ), . We have:

ﬂﬂ=/é%ﬂ£“, fi= [de e (A7)

and also

/% eik-r = 5(1‘), /dr efik.r _ (27‘(‘)3 (5(1{) (A8)

Note that the dimensions are okay. Again it is easy to use these expression to verify that
Fourier transforming twice brings you back to the starting point.

A.3 Time and frequency Fourier transforms

The time ¢ and frequency w transforms can be thought of as an extension of functions
periodic with the finite period 7, to the case where this period tends to infinity. Thus ¢
plays the role of r and w that of k, and in complete analogy with Eq. (A.7) — but with
the opposite sign of i due to Eq. (A.1) — we have

2

—0o0 —0o0

ﬂﬂz/w@ﬁm”% (mz/wﬁﬂmm, (A.9)

and also

/ do vt _ (4, / dt ¢ = 2 §(w). (A.10)

00 27 —00

Note again that the dimensions are okay.
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A.4 Some useful rules

We can think of Eqgs. (A.5), (A.8) and (A.10) as the Fourier transform of the constant
function f =1 to delta functions (and back):

Ly — Vi, Iy «— 6(r), discrete k, (A.11a)
1, +— (2m)3 6(k), Iy «— 0(r), continuous k, (A.11b)
l; «— 27 d(w), 1, «— 6(t), continuous w. (A.11c)

Another useful rule is the rule for Fourier transforming convolution integrals. By direct
application of the definitions and Eq. (A.8) we find

f(r):/dsh(r—s) g(s) = /dsv22hke ) gy S thgk ke (A12)

k,k’

or in words: a convolution integral in r-space becomes a product in k-space.

/ds h(r—s) g(s) <— hy G- (A.13)

A related rule, the invariance of inner products going from r to k, is derived in a similar
way (and here given in three different versions):

[ he) 70 = [ o5 s (A.14)

/dr h(r) g(r) = /% P9 s (A.15)
/dr h(r) g(—r) = /% hy 9y (A.16)

Finally we mention the Fourier transformation of differential operators. For the gra-
dient operator we have:

r)=V:) fee* ka pe'® szfk : (A.17)
k

Similarly for V2, Vx, and d; (remember the sign change of i in the latter):

Ve — ik, O +— —iw, (A.18)
V2 o k% Vx «— ik . (A.19)

A.5 Translation invariant systems

We study a translation invariant system. Any physical observable f(r,r’) of two spatial
variables r and r’ can only depend on the difference between the coordinates and not on
the absolute postion of any of them,

fe,x') = f(r—r'). (A.20)
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The consequences in k-space from this constraint are:
dk dk’ T el dk dk’ . N, ,
n ikr ik'-r’ _ ik-(r—r') i(k'+k)-r
$108) = [ 5257 | G e 7T = [ i [y e e
(A.21)

Since this has to be a function of r — r’/, it is obvious from the factor UK +R)r' thag any
reference to the absolute value of r' only can vanish if k' = —k, and thus f;_,, & . _,,. To
find the proportionality constant, we can also find the Fourier transform of f by explicitly

using that f only depends on the difference r — r/

fer) = flr—r) = / % fie ™, (A.22)

and by comparing the two expressions Eqs. (A.21) and (A.22) we read off that
frw = (2m)® 6k, 1 fics (A.23)
or in short

f(r,r') +— fe ke translation—invariant systems. (A.24)



Appendix

Exercises

Exercises for Chap. 1

Exercise 1.1

Prove Eq. (1.60) for fermions: Tiox = >, , Ty, c;[,ic,,j. Hints: write Eq. (1.57) with

fermion operators c:r,. Argue why in this case one has cJ,Eb = cJ,Ebcl,n.c:r,n]_. Obtain the
J

Vi,V

fermion analogue of Eq. (1.59) by moving the pair clbc to the left. What about the

l/n]-

fermion anti-commutator sign?

Exercise 1.2

Find the current density operator J in terms of the arbitrary single particle basis states
¥, and the corresponding creation and annihilation operators aJ,E and a,. Hint: use the
basis transformations Eq. (1.64) in the real space representation Eq. (1.96a).

Exercise 1.3

In some crystals the valence electrons are rather tightly bound to their host ions. A good
starting point for analyzing such systems is to describe the kinetic energy by hopping
processes, where with the probability amplitude ¢ one valence electron can hop from an

ion j to one of the nearest neighbor ions j + § (as usual {c}, cj,} = 5].7].,):

H=-t Z C;r'+6cj’
jo

This Hamiltonian is known as the tight-binding Hamiltonian.

(a) Consider a 1D lattice with N sites, periodic boundary conditions, and a lattice
constant a. Here j = 1,2,... ,N and § = +1. Use the discrete Fourier transformation
c; = (1/VN) X, eiie ¢, to diagonalize H in k-space and plot the eigenvalues ¢, as a
function of k.

297
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(b) In the high-temperature superconductors the conduction electrons are confined to
parallel CuO-planes, where the ions form a 2D square lattice. In this case the 2D tight-
binding model is applicable. Generalize the 1D model to a 2D square lattice also with the
lattice constant a and plot contours of constant energy ¢, ky in the k,k, plane.

Exercise 1.4

Consider a bosonic particle moving in 1D with the Hamiltonian

1
H = hw (aTa—l—i) + hiwg (aT—i-a),

where [a,a] = 1, while w and w, are positive constants. Diagonalize H by introducing the
operator o = a + wy/w and its Hermitian conjugate af, and determine the eigenenergies.
What might be the physical origin of the second term in H (see Sec. 1.4.1)7 Compare the
result to a classical and a first quantized treatment of the problem.

Exercise 1.5

The Yukawa potential is defined as V*s(r) = ﬁe*ksr, with ks being some real positive
constant with the dimensions of a wavevector. Prove that the Fourier transform is ths =
47reg
P+ks®”
r = (r,0,$), and perform the fozwdqb and fjlld(cos 0) integrals first. The remaining [;*r?dr

integral is a simple integral of the sum of two exponential functions.

Relate the result to the Coulomb potential. Hints: work in polar coordinates

Exercises for Chap. 2

Exercise 2.1

Iron (Fe) in its metallic state has valence II, and X-ray measurements have revealed that
it forms a body-centered-cubic (BCC) crystal with side length a = 0.287 nm. Calculate
the density n of the resulting gas of valence electrons, and use this value to determine the
microscopic parameters ky, ep, vp, and Ag.

Exercise 2.2

Use the variational principle to argue that although the expression Eq. (2.43) is not exact
near the energy minimum density rs = r} = 4.83, the result £*/N = —1.29 eV nevertheless
ensures the stability of the electron gas.

Exercise 2.3

Starting from Eqs. (2.34) and (2.45) derive the expression Eq. (2.47) for the contributions
from the direct Coulomb interaction processes to the interaction energy in second order
perturbation theory.
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Exercise 2.4

In Sec. 2.3.2 we saw an example of the existence of 2D electron gases in GaAs/Gaj_, Al As
heterostructures. Derive, in analogy with the 3D case, the relation between the 2D Fermi
wave vector kp and the 2D electron density: k:FZ = 27n. Use the result to derive the 2D
density of states per length, d(e).

Exercise 2.5

In Sec. 2.3.3 we saw an example of the existence of 1D electron gases in carbon nanotubes.
Derive, in analogy with the 3D case, the relation between the 1D Fermi wave vector k.
Use the result to derive the 1D electron density: kp = n/2m and the 1D density of states
per area, d(e).

Exercises for Chap. 3

Exercise 3.1

We want to study the influence of electron-phonon scattering on a given electron state
|ko) using the simple Hamiltonian H, INAh of Eq. (3.41). For simplicity we restrict our
study to processes that scatter electrons out of |ko).

(a) Argue that in this case we need only consider the simple phonon absorption and
emission processes given by

_ b T T T
Hel—ph - Hgl—sph + Hl ph Z 9q Ck-l—q,ackabq + Z 9q Ck-l—q,ackab—q‘

q q

(b) The scattering rate corresponding to the emission processes is denoted Teml. It
can be estimated using Fermi’s Golden Rule (suppressing the unimportant spin 1ndex):

Teml— Z\ FIHS 0| 5027 — B,

involving a sum over all possible final states with energy E; = Ej;, and an initial state
i) having the energy F; and being specified by the occupation numbers ny, and Nq for
electron states |ko) and phonon states |q) (see Eq. (1.105)). Assume that |7) is a simple but

N
unspecified product state, i.e. |i) = (H{kg}ic;rm) (H{q}i \/;_' [ba} q) |0), and show that
for a given q # 0 in HG™ emi on the only possible normalized final states is \/ﬁ CL n qckbmi).
(c) Show for the state |i) that

1 27 : : ;
o e Z |9q|2 (Ng +1) (1 = niq) i 0(ege g — & + o)
q

Derive the analogous expression for the scattering rate 1/ kas due to absorption.
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(d) Keeping ny = 1 fixed for our chosen state, argue why thermal averaging leads to

1 2T
i Z |gq|2 [nB(wq) +1][1 - nF(6k+q)] 5(6k+q — g + hwq).
k q

Exercise 3.2

We now determine the temperature dependence of the scattering rate Tﬁmi in the high and
low temperature limits. This immediately gives us the behavior of the total scattering
rate 1/7, =1/ Tﬁmi +1/ Tﬁbs, since at low T, due to the lack of phonons, 1/ szbs ~ 0, while
at high T we have 1/77™ ~ 1 /735,

(a) To obtain realistic results we need to use the screened Coulomb or Yukawa potential
for the ionic potential Vg (see Eq. (3.42) and Exercise 1.5). The electrons redistribute in
an attempt to neutralize the ionic potential. As we shall see in Chap. 12 they succeed to
do so for distances further away than 1/ks from the ion. Show by dimensional analysis
involving the Fourier component €?/(eyk?), the Fermi energy ep, and the electron density
n that k2 ~ kp/ag.

(b) Show how Eq. (3.42) together with k' = k + q change Tﬁlmi from Exercise 3.1d to

1 21
o X T D wy [nglwy) + 1 [1 = np(e)10(e — £y + huwg),
kl

€
Ty

where we here and in the following do not care about the numerical prefactors.

(¢) As usual, we are mainly interested in electrons moving relatively close to the
Fermi surface (why?), i.e. ',k ~ k. Furthermore, we employ the Debye model of the
phonon spectrum (see Sec. 3.5): wq = vpq. We note that since k' and k are tied to the
Fermi surface the largest ¢ is 2k, and the corresponding largest phonon energy is denoted
fiw iy = 20pkp. Now use polar coordinates to obtain Y, o [ dey, f_ll d(cos 0), and show
using ¢? = |k’ — k|? that d(cos ) o q dg. With this prove that

1 2kp Wy, € — €y < hw
B B @k K/ max
/1 d(COS 0)5(61(’ €k + hwq) x A qdq 5(61‘, “k + hwq) > { 0, € — € > hwmax

Since de,, = h dwg show in the limit /iy, < e, —ep < ep how to obtain
1 Wmax

Tﬁmi o /0 dwq wé [nB(wq) +1][1 - nF(Ek,)] ~ /0 dwq wi [nB(wq) +1].

(d) Show that the result in (c) leads to the following temperature dependences:

1 ~ { T, for T > hw,,./kg

rem T3 + const., for T < hwp /g
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Exercise 3.3

In analogy with the homogeneous 1D chain of Sec. 3.3 we now want to find the eigenmodes
of the linear 1D chain with lattice constant a mentioned in Fig. 3.3(c). The ionic lattice
has a unit cell with two different ions e and o, respectively. All spring constants are the
same, namely K. The masses, the momenta, and the displacements of the e ions are
denoted m, p; and wu;, while for the o ions they are denoted M, P; and U;. The sites are
numbered by j as ... ,uj_1,Uj_1,uj,Uj, ujr1,Ujyr,. ...

(a) Verify that the Hamiltonian of the two-atoms-per-unit-cell chain is

1 2 1 2 1 2 1 2
H = Z %pj + ij + §K(U] — Uj—l) + EK(UJ — uj)
J

OH

(b) Use Hamilton’s equations t; = o
J

and p; = _gTH; (similar for Uj and PJ), to
obtain the equations for #; and U]

(c) Assume the harmonic solutions u; = uye!*7%=%t and U; = Uye!ki%=w to derive
a 2 x 2 matrix eigenvalue equation for (ug,Uy). Verify the dispersion curve w, displayed
in Fig. 3.3(c) and the eigenmode displayed in Fig. 3.4.

(d) Check that in the limit M = m the dispersion w, in Eq. (3.9) of the one-atom-

per-unit-cell is recovered.

Exercise 3.4

The task is to prove the Bohm-Staver expression Eq. (3.5). We study the situation de-
scribed in Sec. 3.2, where the light and mobile electrons always follow the motion of the
slow and heavy ions to maintain local charge neutrality. The ions are treated as the jellium
of Sec. 3.1.

(a) Multiply the continuity equation by the ion mass M to obtain

Moy, +V -m =0,

where 7 is the momentum density.

(b) Take the time derivative and note that 7 is the force density f, which on the other
hand is equal to the pressure gradient —V P due to the compression of the electron gas
following the ionic motion:

).
N

where the electron gas ground state energy E(®) is given in Eq. (2.28).
(c) Combine the equations and derive the wave equation for p, , from which the
(square of the) sound velocity v is read off:

AE(0)
)%

#zfz—VPzV(

27
Matzpion - ?EF v2pion =0.
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Exercises for Chap. 4

Exercise 4.1

Consider the Hartree-Fock solution of the homogeneous electron gas in a positive back-
ground. Argue why in this case the Hartree-Fock energy follows from Eq. (4.25b) and is
given by
HF ' dmef
et =c +Var (k), Var (k) =-> V(k—K)w,, V(g = 7 (1)
k/

The occupation numbers should of course be solved self-consistently. What is is the self-
consistency condition?
Consider the zero temperature limit, and assume that ny, = 6 (kg — k'), which then

).

Var (k) is increasing monotonously with k& (which you might check, e.g. graphically). Use
this to argue that the guess ny, = 0 (krp — k') is in fact the correct solution.

Now find the energy of the electron gas in the Hartree-Fock approximation. Is it given
by

gives

k+Ekp
k—kp

2, k2 — 2
mﬂm:—%F<H—F

1
. hpk n‘

Enr = ZEEF”F (1) »
k

and why not? Hint: show that the correct energy reduces to E(!) given in Eq. (2.39).
So Hartree—Fock and first order perturbation theory are thus in this case identical.

Exercise 4.2

The Hartree-Fock energies derived in the previous exercise have however some unphysical
features. Show that the density of states as derived from Eq. (1) diverge at the Fermi
level.

This conclusion contradicts both experiments and the Fermi liquid theory discussed
in Chap. 13. Tt also warns us that the single-particle energies derived from a mean-field
Hamiltonian are not necessary a good approximation of the excitation energies of the
system, even if the mean-field approach gives a good estimate of the groundstate energy.

Exercise 4.3

In this exercise we calculate the density of states in the superconducting state. First
go through the arguments that give the so-called coherence factors, uy, and vy, and the
excitation energies, E, Egs. (4.63) and (4.64). You can assume that A is real. Secondly,
find the density of states for the excitations in energy space, d(F). Show that it diverges at
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the “gap-edge”, near d(A). Hint: start with the density of states in k& space and translate
to a density in energy space. The square root singularity that you find, has been confirmed
in great detail by experiments and is one of the many successes of the BCS theory. See
also Table 4.6.

Exercise 4.4

In 1937 Landau developed a general phenomenological theory of symmetry breaking phase
transitions. The basic idea is to expand the free energy in powers of the order parameter.
Consider a transition to a state with a finite order parameter, . For second order phase
transitions only even terms are present in the free energy expansion

F(T,n)=Fy(T)+A(T)n*>+C(T)n*

At the transition point n vanishes. Use this to argue that A also vanishes at the transition
point, T'= T, and that A < 0 for T' < T, and A > 0 for T > T¢. Then write A and C
as

A(T) =(T -Tc)o, C(T)=C,

and use the principle of minimal free energy to show that

e e TURTURVE S

Finally, make a sketch of the specific heat of the system and show that it is discontinuous
at the transition point. Hint: recall that

(1)2
C TW.

Exercises for Chap. 5

Exercise 5.1

We return to the bosonic particle described by the Hamiltonian of Exercise 1.4. Write down
the Heisenberg equations of motion for af and a. Solve these equations by introducing
the operator af = af +w,/w. Express H in terms of af(t) and a(t). Interpret the change
of the zero point energy.

Exercise 5.2

Show that the third-order term Us(t, o) of U(t,t) in Eq. (5.18) indeed has the form

Us(t, to) /todtl/todtQ/todtht (t1)V (t2)V (¢ )).

Hint: study Eqgs. (5.16) and (5.17) and the associated footnote.
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Exercise 5.3

Use the Heisenberg picture to show that for the diagonal Hamiltonian H of Eq. (5.22) we
have

H=Y ¢ ala, = HH= c,al(t)a,).
1z v

Exercise 5.4

Due to the equation of motion for operators Eq. (5.6) we will often need to calculate com-
mutators of the form [AB, C], for some operators A, B, and C. Show the very important
relations

[AB,C] = A[B,C] +[A,C)B, useful for boson operators,
[AB,C] = A{B,C} — {A,C}B, useful for fermion operators.

Exercise 5.5

In the jellium model of metals the kinetic energy of the electrons is described by the Hamil-
tonian Hje of Eq. (2.19), while the interaction energy is given by V| ; of Eq. (2.34). In
the Heisenberg picture the time evolution of the electron creation and annihilation opera-
tors CL , and ¢, is governed by the total Hamiltonian H = Hje + Vj_,. In analogy with
Eq. (5.31) derive the equation of motion for ¢, (t). Apply the Hartree-Fock approximation
to the result.

Exercises for Chap. 6

Exercise 6.1

As in Exercise 5.1 we consider a harmonic oscillator influenced by an external force f(t),
but now we treat this force as a time-dependent perturbation

H' = f(t) z.

Express z in terms of @ and a' and calculate the linear response result for the expectation
value (z(t)). Argue that this result is in fact exact, for example by considering the equation
of motion for (z(t)).

Exercise 6.2

The spin susceptibility measures the response to a magnetic field. Suppose that a piece
of some material is perturbed by external magnetic moments. These moments could for
example be in the form of a neutron beam in a neutron scattering experiment. The
perturbation is in this case given by

H = —gup /dr Bext(r,t) - S(r),
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where S is the spin density operator S(r) = Uf(r)s¥(r), see Sec. 1.4.3. Find the response
to linear order in B for the induced spin density in the material, (S(r,¢)). Express your
result in both real space and momentum space.

Neutron scattering experiments are the main source for obtaining experimental infor-
mation about the distribution of spins in condensed matter systems.

Exercise 6.3

We study integrals of the form [ dx xjm f(x), where f(z) is any function with a well
behaved Taylor expansion around z = 0, and = 07 is a positive infinitesimal. Show that

in this context m can be decomposed as the following real and imaginary parts

1_ :Pl—iﬂ'(S(l‘).
T+ x

Here P means Cauchy principle part:

P = [ i [T

—00

Exercise 6.4

In this exercise we consider the conductivity of a translation-invariant system. This means
that the conductivity o(r,r’) is a function of r — r’ only. Show that in the Fourier domain

J(q,w) = o(q,w)E(q,w).

Use Eq. (6.22) to find the relation between the conductivity, i.e. o(q,w) and the correlation
function ( [J*(q,t), J*(—q,0)] ), where J(q) is the particle current operator in momentum
space.

Exercise 6.5

Consider the conductivity of a translation-invariant system in Fourier space. Argue that

(J(q,w) ) =0o(q,w) E(q,w),

where E(q,w) is the electric field, o(q,w) the conductivity, and J(q,w) is the particle
current operator.

Explain the Kubo formula for conductivity Egs. (6.19) and (6.20), and use it to find the
relation between the correlation function ([J%(q,?), J*(—q,t')] ), and the conductivity
o(q,w).

Consider the conductivity of a non-interacting electron gas at long wave lengths, q — 0.
Derive the expression for the particle current operator in this limit,

30,0) = = S kel () 4 (0,
k
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and show that it is time-independent in the Heisenberg picture. From this you can derive
obtain the long wavelength conductivity

7’1,62

P (0,w) = 1005 —.
wm

How does this fit with the Drude result (13.42) in the clean limit, where the impurity
induced scattering time 7 tends to infinity (i.e. wt — o0)? How does the conclusions
change for an interacting translation-invariant system?

Exercises for Chap. 7

Exercise 7.1

Verify that the self-consistent equations in Eqs. (7.16) and (7.17) both are solution to the
Schrodinger equation in Eq. (7.13).

Exercise 7.2

In this exercise we prove that the propagator in Eq. (7.22) in fact is identical to the Green’s
function by showing that it obey the same differential equation, namely Eq. (7.14b). Hint:
differentiate (7.22) with respect to time using that the derivative of the theta function is
a delta function, and that

($|H|r) = H(r)(¢|Alr)

Which you can see for example by inserting a complete set of eigenstates of H.

Exercise 7.3
Find the greater propagator, G~ (r,r’;w) similar to Eq. (7.42), but now in one- and two
dimensions. Can you suggest an experiment (at least in principle) that measures this
propagator.
Exercise 7.4
Eqgs. (7.50) are valid for fermions. Show that the corresponding results for bosons are
iG” (r,w) = A(v,w) [1 +npw)],
iG<(v,w) = A(v,w) np(w).
Exercise 7.5

The tunneling density of states for a superconductor has a characteristic shape which you
find in this exercise. First find the retarded Green’s function

GR(k 1,t) = —if(t)({cy (£), el })
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by expressing the ¢ and ¢! operators in terms of the diagonal y-operators called bogoliubons
given in Eq. (4.65). Once you have done that the problem is reduced to finding the Green’s
function of a free particle, which you see from the Hamiltonian Eq. (4.66). Now calculate
the tunneling current-voltage characteristics, assuming the tunneling matrix element to
be approximately constant. Plot the results of I and dI/dV versus V.

Exercise 7.6

In this exercise we shall calculate the dc conductance of a perfect one-dimensional wire.
From Sec. 6.3 we have that the conductance is given by

e2

G=_—M"w), Tfaw-at—t)=—-i0(t—1t){[I,(xt),I,(s't)])

W
where I, is the operator for the particle current through the wire. Hints: use the one-
dimensional version of the particle current operator

h q .
I(z) = s (k+§) c,tackJrqa e'l”,
kqo

The result for the dc conductance does not depend on where the current is evaluated
(why?). Now you can use the method in Sec. 7.5 to find that

MRz -2/t —t) =—if(t —t') (%> 2 Z (nF(Sk) - ”F(5k+q))

kqo
« <k+ g)ZBi(ek—qu)(t—t') pia(@—2')

Setting = = 2’ find IT1#(0,w) and study it in the low frequency limit. Show that

lim I 1% (w) = ficor (%)2 3 [—M] O(er — Epg) (k + g)z

w—0 m e
kqo k

Do the ¢-integral first and find

A\? /rm 1 0 k2

. R _ e e _§ : v ~o

ul;lg%)lmn (@) = heom (m) (hz) 2L 4~ ( 85knF(€k)> |k |
w 1

:ﬂ e~Br 41’

In the limit p > kT, you find the famous result for the conductance G of a perfect 1D
channel
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Exercise 7.7

Consider a 2D electron gas in the xy plane confined confined to the strip 0 < =z < L.
What is the electron density as a function of the distance z from the left edge? Take for
simplicity 7" = 0. What will change at larger temperatures? The oscillations that you will
find are called Friedel oscillations.

Hints: Use standing waves in the z-direction fulfilling the proper boundary conditions,
and assume quasi-continuous states with periodic boundary conditions in the y direc-
tion. Find the x-dependent density as n(z) = [dy Zy<c:r,cl,>|(xy|u>|2, where the v-sum
runs over the appropiately normalized states |v). You may need to know the integral

[ds V1 —s? sin®(zs) = & [z — J1(22)].

Exercises for Chap. 8

Exercise 8.1

Consider a physical system consisting of fermions allowed to occupy two orbitals. The
Hamiltonian is given by

H= Ech{cl + Ezcgcz + th{cz + t*c;cl.

Find the Green’s function G (ij,w), where i and j can be both be either 1 or 2 and where
GE(ij,t —t') = —if(t — t"){{c; (1), c;r-(t’)}>. Use the equation of motion method. Don’t
forget to interpret the result.

Exercise 8.2

Derive Eqgs. (8.22) and (8.23) by differentiating the Green’s functions in (8.20) and (8.21).

Exercise 8.3

Consider an atom on a metal surface. The electronic states of the atom will hybridize with
the conduction electrons in the metal. If we assume that only a single orbital couples to
the metal states, then the atom and the metal can be described by the Anderson model
Hamiltonian Eq. (8.18).

When a scanning tunneling microscope (STM) is placed near the atom current will
flow from the STM tip through the atom to the metal. Since the atom is strongly coupled
to the metal surface the bottleneck for the current is the tunneling from STM to atom,
which we can describe by a tunneling Hamiltonian as in Eq. (7.60), and not the tunneling
between atom and metal, described by Eq. (8.17). It is therefore a good approximation
to assume that the atom is in equilibrium with the metal, and to use tunneling theory for
the current between tip and atom.

Sketch the resulting dI/dV using the expression derived in Chap. 7 for the tunnel
current and the mean field expression for the d electron Green’s function, derived in Sec.
8.2.
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Exercise 8.4

In this exercise we improve the solution of the Anderson model presented in Secs. 8.2.2
and 8.2.3. Start by combining Eqs. (8.22), (8.23), and (8.30b) to obtain the following
equation of motion for GF(d 1, w):

[w+in—e;+p—S(w)] GFdtw) = 1+ DF(d1,w).

The two-particle Green’s function DF(d 1,t) is defined in Eq. (8.26). In Eq. (8.28) it was
approximated by a product of two single-particle Green’s functions, and the model was
then solved at the level of single-particle Green’s functions.

Here we go one step further and derive an equation of motion for D®(d 1,¢) and
truncate it at the two-particle Green’s function level. Thus we get a better approximation
which takes pair correlations into account. First find the differential equation for D by
differentiation with respect to ¢. When you do that the difficult commutator is

[Hnyb,naydy] = nay [Hugb, dy] + [Hugb, nay] dy

= ndi[thb, dT] + Z (tkCLLdi — tidickJ,) dT’
ko

The last term contains a new type of processes giving rise to higher order correlations
(corresponding to spin flips), and it is therefore omitted. This constitutes our new and
improved approximation. The first term generates a two-particle Green’s function denoted
FE given by

FR(kd 1,1 — ¢') = —i0(t — ) {(ngy ) (1), dL()}).
Note the similarity between F® and the single-paricle function G, (kdo) of Eq. (8.21). De-
rive the equation of motion for F, and show that if you again neglect the term [H, hybs 1d]
no new Green’s functions are generated. Instead F is coupled back to D. Inset this

result into the equation of motion you derived for DF above, and show that the resulting
equation for D is

[w+in—e;+p—U—S(w)] DE(d1) = Ulng).

Finally, solve for G and show that the result is

1 —(nqy) (nay)
Rd _ 4 .
GRdT) w+in—5d+u—ER(w)+w+in—5d—U+,u—2R(w)

Interpret this result physically, for example by considering how the result of Exercise 8.3
is changed.
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Exercises for Chap. 9

Exercise 9.1

Find the Fermi-Dirac distribution by starting from the Matsubara Green’s function and
setting 7 = 07. Then show that

N
9
T —+
(9}
N
~
Il
Q
Sl
—~
X
\‘
Il

0 = %Ze“@no G (v,ik) = nr(z,)

ikn
How would you calculate <cl,cT>?

Exercise 9.2

Repeat Exercise 7.6 but this time using the imaginary time formalism. Use the procedure
going from Eq. (9.81) to Eq. (9.86).

Exercise 9.3

According to Eq. (9.63) the equation of motion for the Matsubara Green’s function of a
free particle is

2m

(—aT — p—2> GQr—r',7—7) = o(r—r)o(r — 7).

Show (9.39) by Fourier transforming this equation. Note that both 7 and 7’ are greater
than zero.

Exercises for Chap. 10

Exercise 10.1

Single impurity scattering. The Dyson equation for otherwise free electrons scattering
against an external potential is written in Eqs. (10.5) and (10.9). Suppose now that the
electrons are confined to move in one dimension and that the external potential can be
represented by a delta-function impurity potential, U(z) = Uyd(x). Show that in this case
the solution of the Dyson equation becomes

Uo
1 — G3(00,iky) Up

G, (xa!iky) = GO (xa!,iky) + GO (20, iky) G204, iky).

Hint: solve for G(02',ik,) first and insert that in the Dyson equation for G(x2',ik,). To
find the retarded Green’s we thus need the unperturbed Green’s function, which is

GOR (! 0r L] e L ibola—a]
o (2, w) =Gs(ra', w +“7)—zzk:w_gk+,u+i77 IR

)
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(do you agree?) where k, = /2m(w + p) and v = 0Oey,/Ok|r—r,. Since the retarded
Green’s function tells us about the amplitude for propagation from point z’ to point x,
we can in fact extract the transmission and reflection amplitudes ¢ and r. For 2/ < 0 we
have

GE(za' \w) =t GO (z2',w) O(z) + [1 + rew(“’)] GO (z2' w) O(—x),

where ¢(*) is a phase factor, which is determined by the calculation. Find r and ¢ and
discuss the phase shifts that the electrons acquire when they are scattered.

Exercise 10.2

Resonant tunneling. In for example semiconductor heterostructures one can make
quantum-well systems which to a good approximation can be described by a one-dimen-
sional model of free electrons with two tunneling barriers. Here we simplify it somewhat
further by representing the tunneling barriers by delta-function potentials situated at a;
and a,. The Hamiltonian is then given by

H—H, 4t /oo d () Up [8(2 — ay) + 0( — ay)],

—0o0
where Hj is the Hamiltonian for free electrons in one dimension. Write H in xz—space

and find a formal expression for the Matsubara Green’s function using Dyson’s equation.
From the Dyson equation find the retarded Green’s function for #' < a; < a, < 2:

. . 1—a —0467'0 ezkal
—ik —ik
14+ a( e o, e tha )'(_aew 1—a ) '(eika2 )]a
where a = Up/iv and 6 = k(a, — a;). Use this to show that the transmission is unity for
the particular values of 0 satisfying

ik (z—2")

e

GR(za' w) =
Uy

o = icot 6.

Derive the same result using the following simple argument involving two paths for an
electron to go from 2’ to z: (1) 2’ — a1 — as — z, and (2) ' — a1 — az = a1 — az — 2.
The transmission is unity when these two paths interfere constructively — as does paths
with any number of trips back and forth in the “cavity”.

Exercises for Chap. 11

Exercise 11.1

Matsubara frequency summation. Use the rule Eq. (9.54) for summing over func-
tions with simple poles to perform the Matsubara frequency summation appearing in the
following diagrams of Eqgs. (11.30) and (11.34):

F . _ 0 : —
Xy (k,ik,) = Feynman graph:A II"(q,1q,) =
Feynman graph:©
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Exercise 11.2

The cancellation of disconnected diagrams in G(b,a). We study the one-particle
Green’s function, which in the interaction picture in the presence of the particle-particle
interaction W (r — r’) becomes:

(r,[06.000) V@) 5o
G(b,a) = — <U(ﬁ,0)>0 0 with U(B,O):TTexp(—/O dTW(T)).

As in Eq. (11.14) use the Feynman rules to expand the denominator and the numerator,
but now to second order in W, and show explicitly the cancellation of the disconnected
diagrams. Hints. (1) Start with the simpler denominator (how many terms?). (2) Draw
topologically identical diagrams only once and multiply with the number of them. (3) Get
most of the diagrams in the numerator by cutting open and stretching out a Fermion line
in the diagrams from the denominator (how many terms?).

Exercise 11.3

Feynman diagrams and Dyson’s equation for the Anderson model. We return to
Anderson’s model for localized magnetic moments in metals, see Sec. 8.2. We wish to derive
the Dyson equation Eq. (8.29) using Feynman diagrams. The unperturbed Hamiltonian
is given by Ho = Y (e, — ) did, + Y ko6 — 1) C;r(acko" while the interaction part is
given by Hint = Hpy, +HNME, the sum of the hybridization Eq. (8.17) and on-site repulsion
Eq. (8.27). We employ the mean-field approximation given by Eq. (8.27) where the o spins
only interact with the average density (ng4;) of the opposite & spins.

We introduce the following rather obvious diagrammatic notation for the Matsubara
Green’s functions and interactions:

Feynman graph: & *(do) Feynman—:gra[EEtk
k
Feynman gr?ph:ﬁ (do)

Feynman graph: §° (ko) Feynman graph: ¥

We write the diagrammatic expansion (here shown up to second order in |t |* and U)
for the full d-orbital spin up Green function G (do) as:
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Feynman grafffeyhman gir_aﬂi’eyinman graph:(} 4+ Feynman graph:ff
+ Feynman graph:fi + Feynman graph:fl
4+ Feynman graph:fi 4+ Feynman graph:fil +. .

Express the self-energy as a sum of diagrams using a definition analogous to Eq. (11.18),
and derive in analogy with Eq. (11.19) Dyson’s equation graphically. Use the obtained
Dyson equation to verify the solution Eqgs. (8.30a) and (8.30b). The tedious work with
the eqution of motion has been reduced to simple manipulations with diagrams.

Exercises for Chap. 12

Exercise 12.1

A classical treatment of the plasma oscillation. The electronic plasma frequency
w, = /ne*/me, introduced in Eq. (12.75) does not contain Planck’s constant and is
therefore not a quantum object. Derive w,, from the following purely classical argument.

Consider an electron gas of density n confined in a rectangular box of length L, in
the x direction and having a large surface area L,L. in the yz plane (L, < Ly, L.).
Treat the ions as an inert, charge compensating jellium background. Imagine now the
electron gas being translated a tiny distance ¢ in the z direction (¢ < L,), leaving the
ion jellium fixed. The resulting system resembles a plate condensator. The electron gas
is then released. Find the equation of motion for the coordinate £ using Newtons law
and classical electrostatics. Give a physical interpretation of the resulting motion of the
electron gas.

Exercise 12.2

Interactions in two dimensions. In the following exercises we consider a translation-
invariant electron gas in two dimensions fabricated in a GaAs heterostructure (see Sec. 2.3.2).
The electron mass for this material is m* = 0.067 m, the relative permitivity is ¢, = 13,
while the electron density ranges from n?P =1 x 10 m~2 to 5x 10 m2.
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The electron wave function for the two dimensional electron gas is restricted to be
Ui (r, 2) = —=== ¢™(y(2),

where k = (k;, ky) and r = (z,y), while (,(z) is the lowest eigenstate in the z direction,
i.e. n = 0 in Eq. (2.50). Write down the interaction part of the Hamiltonian and show
that it is of the form

2D _ Z Z 2D T T
H = w (q) ck+q,0'ck’—q,0"ck’,o'lck,0'
kk'q oo’

where q = (¢z,qy). For a strictly 2D system, i.e. |{,(2)|*> = §(z), show that

62

W (a) = 5— "
r€o

Hint: use [y df cos (acos ) = mJo(cr), where Jy is the Bessel function of the first kind of
order zero.

Exercise 12.3

Plasmons in two dimensions. Consider a translation-invariant electron gas in two
dimensions fabricated in a GaAs heterostructure. The electron mass for this material is
m* = 0.067 m, the relative permitivity is €, = 13, while the electron density ranges from
n*P =1 x 10 m™2 to 5x10"° m~2.

For such a system the RPA dielectric function is given by

6121%A (qv an) =1- W2D (q) X%D(qa ZQn)a

with q = (¢, qy) and where x3P(q, iq,,) is the 2D version of the 3D pair bubble x° given in
Eq. (12.20). Show that at low temperatures, kT < e, and long wave lengths, ¢ < kg,
the plasmon dispersion relation is w = vpy/k2P ¢/2, where k2P is the Thomas-Fermi
screening wavenumber in 2D. Find the relation between k and the electron density, n?P.
Express k2P in terms of the parameters of the electron gas. Is it larger or smaller than kr
for n?P =2 x 10" m—2?

Exercise 12.4

Static screening in two dimensions. Show that in 2D the static RPA screened inter-
action at small wavevectors, ¢ < kg, and low temperatures, kT < e, is given by

W2D(q) _ e2
22, (a,0)  2er¢y (g +K2P)

WégA(qa 0) =
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Exercise 12.5

Damping of two dimensional plasmons. The electron-hole pair continuum is the
region in ¢ — w space where Im 2P # 0. Find the condition for the plasmons not to be
damped by single-particle excitations for ¢ < k. In the estimate you can use the small-¢
expressions for the plasmon frequency and the polarization, that you found above. Are
the plasmons damped in the region ¢ < kp in GaAs with the parameters given above?

Exercise 12.6

Deriving the Feynman diagrams for x(q). The task is to understand the arguments
leading to the diagrammatic expansion for x(¢) given in Eq. (12.58). We are not asking
for detailed calculations.

In the real space formulation (b, a) = —<TTp(b)p(a)>eq =—(T, UT(b)T (b)TT(a)¥ (a))eq.
Write down the expression for x(b,a) analogous to Eq. (11.8) for G(b,a). Then apply
Wick’s theorem to obtain the analogue of Eq. (11.9). Following arguments similar to
those of Eq. (11.16) it can be shown that the numerator also cancels in the case of x(b, a)
(you do not have to show that). Finally, argue with the help of Appendix A that for a

translation-invariant system x(q,7) = —%<TT p(q,7) p(—q, 0)>eOl as stated in Eq. (12.53),

see also the form of o(q,w) in Exercise 6.4. Please note that (p)
neutrality.

Alternatively, you may start with x(q,7) for a translation-invariant system, and write
this in a form analogous to Eq. (11.8). Then apply Wick’s theorem in this situation to
obtain the starting point for the diagrammatic expansion directly in g-space.

= 0 due to charge
eq

Exercises for Chap. 13

Exercise 13.1

Semi-classical motion. We study Egs. (13.18), (13.19), and (13.20). If the quasiparticles
behaves like non-interacting particles why is then the number of quasiparticles conserved
on the semi-classical level?

To answer this question we introduce the concept of a wave packet, i.e. a wave function
fairly localized in both space and momentum space:

1L \2
Y(r,t) :/dkf(k—ko)ei[k'rw(k)t], e.g. with f(k—kg)z@(p(—%).

Taylor expand w (k) to first order and show that the wave packet can be written as
e, t) e o) (e — 6,0(ky) 1),

where F' is some envelope function. What is the physical interpretation of 9y w(k,)? In
conclusion, the wave packet has the energy ¢, and the velocity v, given by

1

€ = hwy, vV = 0wy, = 7 O\
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For external forces F(r,t) = —VV(r,t) varying slowly in space and time, we can
through the power Py absorbed by the wave packet centered around k deduce the time
evolution of k as follows. Combine the two classical expressions for the power, P, = F - v
and Py = €, to show

Exercise 13.2

Measuring the discontinuity of the distribution function. For an interacting elec-
tron gas discuss the spectral function A(k,w) in Eq. (13.59) and use it to calculate the
distribution function (ny). Demonstrate the existence of a Fermi surface characterized by
the renormalization parameter Z. The value of Z can be infered from X-ray Compton
scattering on the electron gas, see Fig. (a).

(b) (c)
+I(§)/1(0) Lot (q)/1(0)
o theory, RPA '

. 0.8
__ experiment,
X-rayson Na (¢ |

model
calculation

0.4 0.4
0.2 0.2
0.0 ‘ seyr 0.0 ‘ -
0 1 2 qd/kp 0 1 2 G/kgp

In the so-called impulse approximation for Compton scattering, the intensity I (w;,w, q)
of incoming photons of energy w; being scattered with the energy and momentum loss w
and q, respectively, is proportional to the number of scattering events on all electrons
fulfilling the simple kinematic constraint: conservation of energy and momentum,

I(wy,w,q) = N(w;,w) /dk (ni) 0w + ey — & 4) X /dk (ny) 5((‘;_%612_%(1.1{) .

We omit the explicit reference to the fixed w, and work with I(¢) = I(w;,w,q). Show
that

1) [ detmd = [ [ 52 Atk np(o),

2m

where A(k,w) is the spectral function and ¢ = mw /q — q/2. Fig. (b) contains an experi-
mental determination of I(§) from X-ray scattering on sodium. The experimental result
is compared to theory based on RPA calculations of A(k,w).

Instead of using RPA, discuss the following simple model for A(k,w) containing the
essential features. At low energies, €, < 4¢p, a renormalized quasiparticle pole of weight
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Z coexists with a broad background of weight 1 — Z, while at higher energies, £, > 4ep,
no renormalization occurs, and the quasiparticle is in fact the bare electron:

_ T | Z, for k < 2kg
Ak, w) = Zie 2m0(w =) + (1= Zie) 77 0W = [w),  Zic = { U for k> 2k
Here W is the large but unspecified band width of the conduction band. Explain Fig. (c).

Exercise 13.3

Detailed balance. The scattering life time in Eq. (13.46) expresses the time between
scatterings assuming some unknown distribution function n (k). The Boltzmann equation
with inclusion of e-e scattering therefore reads

. 1
Oy(nk) + k- Ving + v - Veng = — (—) )
Tk / collisions

In the homogenous and static case, i.e. absence of external forces, the left hand side is
expected to be zero. Show that the usual Fermi-Dirac equation solves the Boltzmann
equation in this case, i.e. that the right hand side is also zero if we use n = np. Hint:
show and use that ng(e) [1 — np(e')]exp (B(e — ') = [1 — np(e)] np(e).

Exercise 13.4

Why are metals shiny? According to Eq. (12.74) we have in the semiclassical high
frequency, long wave limit that £(0,w) = 1 — wg Jw?. Consider a monochromatic electro-
magnetic wave with E = E(z)e~*!&, incident on a metal occupying the half-space = > 0.
Use the high-frequency limit of Maxwells equations in matter. Set D = €,e(0,w)E and
prove that V2E(z) = wg;w2E(x). Hint: you may need VxV xE = —V2E. For which
frequencies does the wave propagate through the metal, and for which is it reflected?
From X-ray diffraction we know that the unit-cell of Na is body-centered cubic (i.e.
one atom in each corner and one in the center of the cube) with a side-length of 4.23 A.
It is observed that Na is transparent for UV-light with a wavelength shorter than 206 nm.
Explain this, and explain why (polished) metals appear shiny. Hint: Each Na atom donates

one electron to the conduction band.




KF. October 15, 2001.

List of corrections to many-particle physics I notes.
e All normalization factors L should be removed from Eqs. (1.19) and (1.46).
e Below (1.46): take away ”normalized”
(1.53) replace: {,} — [,]
(2.40) replace: k — k;
e (4.1a), (4.13) and (4.18a) replace: Hip, — Vint
(4.3), (4.4), (4.12), and (4.14) all V’s must read: V1, (and not Vi, u0r)
(4.18¢) multiply right hand side by % 5
e The line after (4.19) replace (pyu') = (Pup)
e Last term in (4.20) replace cJr —cf,
e The line before (4.21) replace cfc, — clc,,
e Three last terms in (4.21) should read: cfc,,(c Lcu,) + chu’ (che,) — (chu,>(c,th,>
e (4.25) replace: nyy — Nkror

e (4.34) last minus sign should be plus: +mN(S.,)

e Pages 78 and 79: please remember that n4 and n; means average occupation as defined in (4.39). In

the sections before this was indicated with a bar: 7.
e Eq. (5.31) is valid for fermions. For bosons the parenthesis in the last term becomes (—V,,—, —
e Eq. (6.13): here J, means the electrical current: J, = —e(J)
e Remember that all electrical fields E and vector potentials A are classical variables.

e (6.13) should be
J&(r,t) = /dt'/dr'aaﬁ(rt,r't')Eﬁ(r't').

e (6.16): take away 2 so: 5~ —

1
2m m

e First part of (6.17) so be:

J(r) = % [T (r)vT(r) + [vI(r)] T(r)] = ...

View, ).

(6.13)

(6.17)

e Throughout it assumed that there is no current in equilibrium so (Jo)o = 0 and hence §(J) = (J).

This means that we can write (6.19) as

(&

e
(IEw) = Fo(r,0) + (= Awa(r,w)p0) = Chi,, () + = ()0 Ami(rw),  (6.19)
where the last equal sign is to linear order in Aqyy.
e (6.20) should read
o _ ' iwt —nt( . For 2Bl € _.on_°© ' B (.
(7°(r,)) = [ ar {/dte et (i0(0)) { [ 2,0, 76, 0)] ) S 5t 1) 2o )>0} B (' w

How to read Exercise 6.5
(J) in the first equation means electrical current, i.e. it should be J, = —e(J).

”Explain” means to write it down and for example to describe in words where the terms come from.



Oral exam Many-particle physics 1 Jan 14-15, 2002

Time, place, examinators, and students

The oral exam in many-particle physics I takes place at D-317, HC@, Monday-Tuesday January
14-15, 2002, from 9:00. Examinator is Karsten Flensberg. Censor is Hans Fogedby, University of
Arhus.

[ time || Monday 14 January || Tuesday 15 January ||
9:00 1 Ion Lizuain 13 Thomas Frederiksen
9:30 2 Audrius Alkauskas 14  Christian Flindt

10:00 3  Michael Galouzis 15 Mikael Sonne Hansen
10:30 4  Mohammad Butt 16 Janus Schmidt
11:00 5 Thomas Jespersen 17  Andrea Donarini
11:30 6 Daniel Madsen 18 Sgren Stobbe
H 12:00 H lunch break H lunch break ||
13:00 7 Anders Mathias Lunde
13:30 8 Dan Bohr
14:00 9 Anders Esbensen
14:30 || 10 Henrik I. Jgrgensen
15:00 || 11  Peter Rgnne
15:00 || 12 Michael M. Petersen

Literature

Henrik Bruus and Karsten Flensberg,
Introduction to quantum field theory in condensed matter physics, HC@, September 2001.

The detailed syllabus is

First and second quantization Chap. 1, all Secs.

The electron gas Chap. 2, all Secs.

Mean field theory Chap. 4, Secs. 4.1,4.2, 4.3, and 4.4
Time evolution pictures Chap. 5, all Secs.

Linear response theory Chap. 6, all Secs.

Green’s functions Chap. 7, all Secs.

Equation of motion theory Chap. 8, Secs. 8.1 and 8.2
Imaginary time Green’s functions Chap. 9, all Secs.

Feynman diagrams and external potentials | Chap.10, Secs. 10.1 and 10.2
Feynman diagrams and pair interactions Chap.11, all Secs.

The interacting electron gas Chap.12, all Secs.

Fermi liquid theory Chap.13, all Secs.

The form of the oral examination

The duration of the examination is approximately 25 minutes. The student draws one of the
six questions given on the following pages and gives then his presentation of the answer on the
blackboard. The presentation should contain both some part of the formal solution of the given
question but also physical implications of the solution. Towards the end of the examination the
examinators will ask questions relating to the presentation.

Good luck!

Karsten Flensberg



Exam-question 1 Many-particle physics I Jan 14-15, 2002

Linear response conductance of one-dimensional systems

Derive the dc conductance of a clean one-dimensional system using the Kubo formula in Sec. 6.3,
o2
Re G = lim —Im C]p(m)]p(z/)(w),

w—0 w
where I, is the operator for the particle current
1 .
I(z) = L Z(k + q/2)clgck+qaem,
kqo

where £ is the normalization length.
You can for example use the imaginary time formalism to find the retarded current-current
correlation CT, ()1, (21)- See Exercise 7.2.



Exam-question 2 Many-particle physics I Jan 14-15, 2002

Dyson’s equation for the Anderson model

Consider Anderson’s model for localized magnetic moments in metals, and derive the Dyson equa-
tion Eq. (8.29) for the d-orbital Green’s function G(do) using the equation of motion technique
and/or Feynman diagrams,

G(da)

t tE
—— - —-— | —4—:— -t - —i(—<— + v +...
G (do) G°(do) G°(do) G°(ko) G°(do) G°(do) G°(do)

The unperturbed Hamiltonian is given by Ho = Y (g, — p) did, + >y, (5 — 1) c;rmcko, while the
perturbation in the mean-field approximation is given by H' = Hyy, + H'F (see Egs. (8.17) and
(8.27)).

Derive the spectral function A(de) and discuss its physical interpretation, for example by
considering the possible solutions of the self-consistency equations.



Exam-question 3 Many-particle physics I Jan 14-15, 2002

Resonant tunneling

In for example semiconductor heterostructures one can make quantum-well systems which to a good
approximation can be described by a one-dimensional model of free electrons with two tunneling
barriers. This model we simplify further by representing the tunneling barriers by delta-function
potentials situated at a; and a,. The Hamiltonian is then given by

oo
H:Ho—l—/ dx p(z) Up[6(z — ay) + (2 — ay)],
—00
where Hy is the Hamiltonian for free electrons in one dimension. Find a formal expression for
the Matsubara Green’s function using Dyson’s equation. Explain how the the retarded Green’s
function is derived from this solution.
For the particular case 2’ < a; < a, < « you can obtain that

) -1 .
: , l—a —ae etka
ika ika
1+a( & 1, e 2 ) . ( eie 1 . eik02 5

where o« = Up/iv and 6 = k(a, — a,). Use this to show that the transmission is unity for the
particular values of 6 satisfying

etk (z—2")

GB(za' W) = P
w

a =icotf.

Discuss the physics of the perfect transmission, for example by considering the interference
between different paths for an electron to go from z’ to x.



Exam-question 4 Many-particle physics I Jan 14-15, 2002

The Hartree-Fock approximation for the homogeneous electron gas

Explain in short the Hartree-Fock approximation.

Consider a homogeneous electron gas. Use the self-energy diagram technique to calculate the the
single particle energy in the Hartree-Fock approximation.

Finally, you can discuss the self-energy terms to second and higher orders in the interaction.



Exam-question 5 Many-particle physics I Jan 14-15, 2002

The interacting two-dimensional electron gas: plasmons and screening

Consider a translation-invariant electron gas. Explain, for example by using the diagram technique
in Sec. 12.4, that the dielectric function in the RPA becomes

efPA (qw) =1 - W(g)xo(q,w) (1)

Use the result eRPA to discuss the excitations of the electron gas, for example by focusing on
the limits of long wave lengths q < (kp,w /vp) and low temperatures 7' < Tr. Consider both
plasmons and single particle excitations.



Exam-question 6 Many-particle physics I Jan 14-15, 2002

The existence of a Fermi surface for an interacting electron gas

For an interacting electron gas discuss the spectral function A(k,w) and its relation to the distri-
bution function (ny). Demonstrate the existence of a Fermi surface characterized by the renormal-
ization parameter Z.

The value of Z can be experimentally inferred from X-ray Compton scattering on the electron
gas, see Fig. (a) and Exercise 13.2, where the intensity is shown to be

1@ [, detmd = [ de [~ 5% Atk np(o).

q q

2m 2m

where ¢ = mw/q — q/2. Fig. (b) contains an experimental determination of I(§) from X-ray
scattering on sodium compared to the calculations based on RPA calculations of A(k,w).

Instead of using RPA, discuss the simple model for A(k,w) put forward in Exercise 13.2. At
low energies, €, < 4¢p, a quasiparticle pole of weight Z coexists with a background of weight 1—Z,
while at higher energies, €, > 4ep, the quasiparticle is in fact the bare electron:

Z, for k < 2kg

™
Ak, w) = 23 20 (w = &) + (1= Zic) 357 6(W —|w]), ,a:{l for k> 2.

Here W is the bandwidth of the conduction band. Explain Fig. (c).

(a) (b) (c)

W I(q)/I(0 v I(q)/1(0
o m w1 @0 L AT@/1(0)
P2 =pP1—q o theory, RPA
0.8 __ experiment, 0.8 model
0.6 X-rayson Na (¢ calculation
0.4 0.4 1
€k €k+w 0.2 1 0.2
k k+q
0.0 ; = (.0 ‘ R
0 1 2 G/kp 0 1 2 q/kg



Coulomb blockade

This note presents one example of how the equation of motion technique for electron
Green’s functions is used in modern condensed matter physics. We study electrons hopping
from one electrical contact, the source contact, onto a little island and then continuing by
hopping onto a second contact, the drain contact.

The first experiments and simple theory

In the late 1980’ies the semiconductor technology had advanced to a stage where the
fabrication of structures smaller than 1 pm was possible. One of the systems attracting a
lot of attention was (and still is) the GaAs heterostructure described in Sec. 2.3.2 of our
notes. The conductance of narrow GaAs-wires studied as a function of the density of the
electrons in the wire. This density is controlled by changing the voltage of a metallic gate
electrode on top of the wire. In particular it was noted (see e.g. Scott-Thomas et al., Phys.
Rev. Lett. 62, 583 (1989)) that in wires with a width of around 1 pm (1/20 the width a
human hair) periodic oscillations appeared in the conductance as a function of the gate
voltage. It was believed that impurities had broken up the wire into tiny islands, and that
Coulomb charging of these islands was causing the oscillations.

To test this idea Kastner’s group at MIT created intentionally an island in such a wire
and verified the idea. The oscillations are now known as Coulomb blockade oscillations.
The paper, Meirav et al. Phys. Rev. Lett. 65, 771 (1990), describing this experiment is
enclosed.

Many of the main features of the experiment can be understood in a simple tunneling
model of the system using only basic single electron quantum and statistical mechanics
(Beenakker, Phys. Rev. B 44, 1646 (1991)). In this theory the shape and temperature
dependence of the the Coulomb blockade oscillation peaks are simple given by the deriva-
tive of the Fermi-Dirac distribution, see e.g. Eq. (2.32) in our notes or Eq. (1) in the
experimental paper.

Theory of correlation effects in the Coulomb blockade

However, there were many features in the experiments left unexplained by the simple
single-electron theory. For example some of the oscillation peaks did not have the simple
temperature dependence. Clearly many-particle correlation effects played a role in the ex-

1



periment. A model taking such correlations into account was proposed by Meir, Wingreen
and Lee the year following the first experiment. Their paper, Phys. Rev. Lett. 66, 3048
(1991), is enclosed. They employed the Anderson model, Sec. 8.2 of our notes. The con-
tacts of the experiments correspond to the host metal, and the island to an Anderson
impurity (see our Fig. 8.1). By solving the equation of motion for the electronic Green’s
functions and using the result in a conductance formula, their Eq. (1) which ressembles
our differential conductance formula Eq. (7.61) without assumption Eq. (7.60), they could
account for the experimental observations.

New experiments: Coulomb blockade in carbon nanotubes

Now a decade later the Coulomb blockade effect is a standard diagnostics tool in meso-
scopic physics. It is used regularly to detect to which degree a system behaves as an
isolated island conected through tunneling barriers to the contacts.

A recent development is to contact individual molecules, and use them as electrical
wires. At the Niels Bohr Institute one of the experimental programmes involves studies
of carbon nanotubes as electrical wires. We have explained some of the basic features
of carbon nanotubes in Sec. 2.3.3. Below we show how such a molecule can exhibit very
sharp and beautiful Coulomb blockade oscillations.

Also in this system very intricate correlation effects can be observed, and in a recent
paper in Nature (Nygard, Cobden, and Lindelof, Nature 408, 342 (2000)) the experiments
revealed the so-called Kondo effect in carbon nanotube. The Kondo effect can be studied
theoretically when we do not neglect the term [Hyyp,, ng4s| as we did in Exercise 8.4. But
this a another a very exciting story left for your future studies.
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To the left an AFM picture of carbon nanotube lying on top of the source and drain gold contacts.
To the right is seen the Coulomb blockade conductance oscillations at 0.3 K as a function of the
voltage of the substrate acting as a gate electrode.



Note 1

Functional Integrals

1.1 Green’s functions

Different mathematical objects are of interest depending on the problem one
is considering. If, for example, on is interested in thermodynamic quantities

in thermal equilibrium one would set out to calculate the partition function
Z = Tr[e PH]. (1.1)

Still in thermal equilibrium the so-called Matsubara Green functions show

up all the time in calculations

G(r,0) = (TA(7)B(0))
= Tr[e_(ﬁ_T)HAe_(T_U)HBe_“H]/Z, (1.2)

where (O) = Trle ##0]/Z. The time dependent operators are here defined
by A(t) = e Ae™™ and the letter T in (1.2) means “time”-ordering, i.e.
the operator with the largest time should come first (further to the left), so
in the last equality it is assumed that 7 is larger than ¢. In this introduction
it is assumed that the operators A and B represent bosons, in the Fermi case

the time ordering operator involves a minus sign also.



o
ot

> 1,

0

t-ip

s

Figure 1. Various relevant time-contours

In the most general situation where one is interested in non-equilibrium
properties of a given system, one needs to consider expectation values for

operators weighted by the density matrix

(A1) = Trlp(to)A(L, to)]
= Tr[e*i(*Zﬂ)He*i(toft)HAe*i(t*tO)H]/Tr[e*BH]. (1.3)

In the second equality it is assumed that the system is in thermal equilibrium
(corresponding to p(ty) = e ) at the time ¢, which could be in the remote
past.

In the first two of the examples mentioned above the time flows along the
negative imaginary axis from 0 to —if3, if one defines time-evolution by the
operator e~ ie. with an i in the exponent. In the third example time
first flows along the real axis from ¢, to ¢, then back from t to ¢y, and finally
along the negative imaginary axis from ¢y to ty —¢3. The three different time
contours are shown in Fig. 1.

It is now very natural to consider time evolution along an arbitrary con-

tour, v, in the complex time plane. It is governed by the time evolution

operator U, (t,ty) which is defined as the solution to Schrédingers equation

igtUw(t,to) = H(U,(t,to), Us(to.to) =1 (1.4)

2



where the time derivative is understood to be along . We have also assumed

that the Hamiltonian is time dependent. The solution to (1.4) is well-known

Uv(tj to) _ Tve_i Lo drH(T)
N
—  lim H e—iH(ti)(ti—ti—l)_ (15)

N—oo i

The symbol T, denotes the time ordering operator along v, and the second
equation can be regarded as its definition. The time integral in the exponent
is of course a contour integral along . The intermediate times ¢4, ..., ¢y are
placed with a distance e = Length(y)/N apart (ty = t).

The form (1.5) is suitable for a functional integral formulation of the
problem to which we now will turn.

It is well-known that the particles in Nature comes in two species: bosons
and fermions. Electrons and He? atoms are the most important elementary
fermions in solid state physics. Phonons, magnons, photons, He* etc. are the
bosons in solids.

Typical Hamiltonians in solids are

H=—tY & ¢, +U tugng (1.6)
<ij>o i
which is the Hubbard model. It is important in many problems involving
magnetic materials and also high-T, superconductors.

H = et ro+ > Apchicl ) + Ao i (1.7)
ko k

is the celebrated BCS-Hamiltonian which was used to give a microscopic
description of superconductivity. In both these models the operators ¢ and
¢t describe fermions.

A typical phonon Hamiltonian is

k k



which is an important exactly solvable model and it is used in very many
situations, in particular in spectroscopy. Here the operators a and a describe

bosons.



1.2 Bosons

We will start the mathematical development with the boson case. Bosons

with quantum numbers k are created by d,t and annihilated by a,. These Bose

operators satisfy the commutation relations [dk,&z,] = O and [ay, ap] =
[a},al,] = 0. In the following we will only consider one set of bosons and

therefore drop the indices k. It is straightforward to generalize to more
bosons.
A basis of the Hilbert space is given by the harmonic oscillator eigenfunc-

tions

n) = 10) (1.9)

which form a discrete set. A more useful (overcomplete) set of states is
provided by the so-called coherent states. They are defined as the eigenstates
of the fieldoperator itself

[e.9]

12) = e 3leP > \j%]n). (1.10)

It is easy to see that this state is an eigenstate of a with the eigenvalue z:

n

(e.0)
alz) = e Y Z_gn)

n=0 \/m

= z|z). (1.11)

Since a is not hermitian we should not expect that these eigenstates are
orthogonal, and one in fact finds the following overlap between two such

states

1%
(Z|2) = e%(lz/|2+Z|2)§:w
n=0 n

_ PR

=1 if 2 =2 (1.12)



The coherent states actually spans the entire Hilbert space. This follows
from the following important completeness relation:

dzdz*
271

1=

12)(2]. (1.13)

Here the integral is over the complex z-plane. We consider z and z* as

independent variables, obtained from the independent real variables x and

d;‘i‘j is therefore defined

y via z = x + iy and 2* = x — iy. The integral [

dzdz*
27

dzdz* : : 2
as [ == = | % or in polar coordinates [ = L 57 J§< drr. To prove

21

Equation (1.13) it is sufficient to prove (n|l|m) = §umn:

dzdz*
m) = [ S (alz) el
B dzdz* L X"

271 vnlm!
1

2w o] .
— 7/ dqb/ drre™" prtmeid(n=—m)
7 Jo 0

2 © .2
= 5nm—/ drrr®te™"
n! Jo

= Sum (1.14)

As a final general property of the coherent states we give the formula for the
trace of an operator
o

Tr[A] = > (n|Aln)

n=0
> [ dzdz*

= A
> [ e Iz el Al

= [ A, (1.15)

271

where we have used completeness of both the harmonic oscillator states and
the coherent states.

We are now prepared to derive the functional integral representation of
the time evolution operator U,(t,tp). Consider the matrix element of U,

between two coherent states (2'|U,(t,%0)|z). Using Equation (1.5) and the



completeness relation (1.13) N — 1 times we have

N
CNU (@ to)|z) = () J[ e I E—tmn)z)
=1

o ledZik / dZNfle}kV_l

271 271
N .
H<2i|€_ZH(ti)(ti_ti_1)|ZZ'_1>, (116)
=1

where zy = 2’ and 2y = z. Two consecutive times ¢;,_; and ¢; lies infinitesi-

mally close, so we can expand the matrix elements
(z;|e HEtimtion) 5 (1.17)
~ (zilzion) =it — i) (2l H (8] 2i-1)

et b (1 i, — 1 )H(1))

~  errFim1— g ([P P) =M () (bi—tio1) (1.18)

The c-number function H(t) is defined as follows. Every Hamiltonian H ()
can be written in the so-called normal order, i.e., every creation operator
is to the left of all the annihilation operators. The most general Hamilton

operator is now written in normal order
H(t) = Y £ @t @™, (1.19)
J
The associated function H(¢;) is given by
H(t:) =D fi(0)(=)" (zi)™, (1.20)
J

i.e., all the creation operators are replaced by z*’s and all annihilation oper-
ators are replaced by 2’s.
Inserting Eq. (1.17) in the expression for the matrix elements of U.,,

(1.16), we get

2 2 dz1dz* dzn_1dz*
(U, (L, t0)|z) = ezanl=lal )/—Zl “1 /M

271 271

exp [— 2 2 (2 — 2im1) — i;?—{(ti)(zﬁi —t;-1)[(1.21)

7



It turns out that in most problems one will need to know only the trace of
U,(t,to). Using the formula for traces, (1.15), we get

dzdz}

Te[U, (¢, to)] = -/

271
N N
i=1 i=1
- /D(z*z)ei Joar (= @igea(m-1)

= /D(z*z)ei Jy e mam), (1.22)

dzndzy

211

In the last equality we have taken the N — oo limit. The Lagrangian is
defined by L£(2*(7),2(7)) = 2*(7)iZ2(r) —H(7). This formula is the starting
point for all further discussion. U, is now to be interpreted as a sum over all
field configuration histories weighted by an appropriate weighting factor. It
is important to note that for the trace, only field configurations that are the
same in the initial and final times should be included in the sum.

As a first illustration of how powerful this formalism is, we will now

derive Wick’s theorem and the so-called Feynman rules which is used in

perturbation expansions. Consider first the time-ordered Green function

Gy(r,0) = —(Tya(r)a'(a))

Tr[U, (¢, 7)aU, (1,0)a'U, (0, ty)]/ Tr[U,(t, to)] 7 later tharha%)
Tr[U, (t,0)a'U, (0, 7)al, (1, t)]/Tx[U, (¢, t5)] T earlier than o

Is there a simple way to generate this function? Yes — Add to the Hamiltonian
the extra time dependent terms j(7)*a + a'j(7). Try then to differentiate
U, with respect to j(7) and j(o)*. Since the Hamiltonian is time dependent
we need to use the time-ordered version of U, in Equation (1.5). Only the
terms in the product that involves the times 7 and o are affected by the
differentiation, which brings down an —ia' at time 7 and an —ia at time o.
It is an easy exercise to show that

52
0j(7)*0j(0)

8

G, (r,0) = In(Te[U, (¢, to)]) 0 (1.24)



Let us now calculate Tr[U, (¢, to)] in the simple but important case where the

Hamiltonian is given by
H(T) = wz"(1)z(7) + j(1)*2(7) + 2™ (1) 4 (7). (1.25)

It is done very easily in a way that is characteristic of the functional integral
method. The Lagrangian has two linear terms in the fields. They are removed

simply by forming a variable substitution in the dummy integration variables,

2*(7) and z(7). Let
() = )+ L doj*(0)G (0, 7)
Ar) = )+ A doG(r,0)j(o), (1.26)

where the function G(7,0) is a solution to the equation

0 :
<z§ - w) G(r,0) = —id,(7,0) (1.27)

with the boundary condition G(t,0) = G(to, o) since the fields should obey
2(t) = z(tp). The delta-function 0,(7,0) is a delta-function on the con-
tour 7, i.e., it satisfy the condition that for any function on v we have
J,dr f(7)d,(7,0) = f(o). After the substitution the functional integral (1.22)

has the form
Te[U, (, £0)] = e 47 40" DETI@ ey (4 40Y][, . (1.28)

Compare this result with the definition of the time-ordered Green’s function,
G, and we will find that it is identical to G (in this simple case of a quadratic
Hamiltonian).

If there are interaction terms in the Hamiltonian, i.e., terms of higher
order in the field operators, H;y(2*(7), 2(7)), then it can be pulled out of

the functional integral if we make the replacements

. 0
2*(1) — Z§j(7)
2(r) — Z(Sj*(S(T) (1.29)



For the case of interacting bosons we then get

Tr[U,y(t’tO)] [ / ) ) j de doj*(1)G~(1,0)j(0)
— = —eXD | —12 dTH; V=, 1= e’ v E =05
Ttt) int 0j(7) 5]*(7)) : ’ )O
1.30

where Tr[U9(t, )] is the unperturbed result. The Feynman rules of pertur-

bation theory is now simply a result of a perturbation expansion of the first
exponential function on the left hand side of the above equation, and Wick’s
theorem is reduced to the well-known rules of functional differentiation.

Let us now caculate the Green’s function, G.,. The complete solution to

the defining first order differential equation (1.27) is
G (1,0) = —e (0, (1,0) + k). (1.31)
Here O.,(7, 0) is the step-function on the contour ~:

1 if 7 is later than o on
O,(7,0) = ) (1.32)
0 if 7 is earlier than o on v

and k is a constant that is to be chosen so that the boundary condition

G(to,0) = G(t,0) is satisfied. We get

G, (1,0) = —e @9 (@7(7', o)+ ;> . (1.33)

eiw(t—to) _ 1
In most cases of practical use one have a parametrization of the contour =
in terms of a real variable s. It is important to remember that functional

differentiation has the property
o _ds 9
0j(r)  drdj(r(s))

(1.34)

1.2.1 Examples
Matsubara

Here the contour is the straight line connecting to = 0 and ¢ = —i3. The

Green’s function then becomes (7 and o are real numbers)
G(r,o) = G,(—ir,—io)

10



= — D (4(r — o) + npw)), (1.35)

where np(w) is the Bose distribution function. The Fourier transformed

version 1s

Gliw,) = /Oﬁdre"”“g(r)
1
- (1.36)

Wy, — W

Since the function is periodic with period ( the frequencies are given by

2

wnzﬁ

n.

Keldysh

The Keldysh contour starts on the real axis at tq which usually is taken to
be at minus infinity, follows the real axis to ¢;, usually at plus infinity, turns
around and goes back to ty and from there down the negative imaginary axis

to tg — 8. The Green’s function is then (7 and ¢ are on the contour)
G (1,0) = —e = (0,(1,0) + np(w)). (1.37)

In most practical application of the Keldysh formalism one only use the
Green’s function where the times 7 and o belongs to the part of  that is on

the real axis. For real parameters s and s’ one then organizes G, as a matrix

G’Y(S+> Sl—f—) G’Y(S-H Sl—)

G(s,s') =
G’Y(va S/Jr) G’Y(va SL)

0(s — ') +npw) np(w)
1+ ng(w) 0(s" — s) + np(w)

_ —iw(s=¢)

(1.38)

where the notation s; means that the point belongs to the upper part of
the contour and s_ denotes the lower part of the contour. The special case

tg = —oo and t = oo is very common and quite general. This can be seen

11



as follows. Consider the expectation value of an operator A at time ¢; in a

system which was in thermal equilibrium in the remote past (t — —o0):
(A(t))) = Trle PHU (—00, t,) AU (t;, —0)]. (1.39)
By inserting the identity operator in the form I = U(t1, 00)U (00, t1) we have
(A(ty)) = Tr[e PHU (=00, t,) AU (t1, 00)U (00, —00)]. (1.40)

In this expression time evolves from —oo to oo via t; and back.

In this case Fourier transformation can be carried out. Remembering

 dte () = 1.41

where 7 is a positive infinitesimal we get
G(e) = / T dt FUG(1)

—1

———— + 27 (e — 2o (e —
_ P m0(e —w)np(w) i (e —w)np(w) b
270(e —w)(1 4+ np(w)) ——— 4+ 276(e —w)np(w)
€—w —1in

An extremely useful simplification occurs when considering the following

transformed function

G(e) = LmG(e)L

1
—————— 2mid(e —w)(2np(w) + 1)
= —j| cTwtm ) , (1.43)
0

€E—w—11n
where L = 1/v/2(79 — im;) and 7; are the Pauli matrices.
The exponent of the functional (1.28) has the form

/ydT/ydO’j*(T)G@', 0)j(o) = /_O:O dT/_O:O doj*(1)G(T —0)j(o), (1.44)

where

12



We will close this section by calculating the partition function of the
anharmonic oscillator. This simple example illustrates the use of diagrams.

In the coherent state representation we will consider the Hamiltonian
H(t) = wz*(t)2(t) + az* (£)*2(1)* + 575 () z(t) + 2" (t)5(t) (1.46)

We are supposed to calculate the partition function e ¥ so we must choose
the time contour that goes from 0 to —i3. The interaction term can now be
written
) ) s 52 52
—z'/dtH- (i i ):—a/ dr (1.47)
S () 6 (1) 5j(7)? 657 (r)?

Since all fields and sources are periodic in 7 with period [ things will become

. l In 7— .
] /

i) = LY

zwn

) B 0jp O
50 =30
iwm’i

_ ;6 i (1.48)

With these definitions the generating functional will have the form

oJo 7 [ doi* ()G (r)i(e) _ A S, G (iwn)in (1.49)

We are to calculate the partition function to lowest order in the perturbation,
i.e. to lowest order in a, so let us expand the exponential function in (1.30).
We get
9
9 Jny OJny 077,07,
o
= A S g 57O

iwn1~~-wn4

0 Qi InG(iwn)in

—(1,/ dr ei(wn1 FWng —Wng 7(4}711)7

zwnl Wy

13



6n1+ n27 n3+ n4

5 0w

Figure 2. Feyman rules and F}

- _% Z 5n1+n2,n3+n4 [57117145712713 + 5n1n35n2n4] g(iw'fIB)g(iwml)

iy o, 2
— —%“ (; g(iwn)) (1.50)

It is very useful to represent these calculations with diagrams. The in-
teraction term is represented by a vertex with two lines entering the vertex
and two lines leaving the vertex (see Fig. 2). A propagator is represented
by a line. With these socalled Feynman rules we can draw the first order
correction to the free energy as in the figure.

The final w, sum is a standard problem, which is discussed at length in
e.g. Mahans book Sect. 3.5 . The result is >, G(iw,) = ng(w). Our final

result is therefore

Z = Trle ]

= e_ﬁF

— o BFot+Fi+-)

14



= el -BF 4 ) (1.51)
where F' is Helmholtz free energy, which now to first order in a becomes
Fy = 2anp(w)* (1.52)

This result can be checked by elementary methods. To first order in a we

are supposed to calculate the thermal average of the operator af2a?, i.e.

(o)
(dT2a2> = Zo_lz(n]dwdz|n>e_ﬁ‘“"

[e.9]

= Zy' Y n(n—1)e ™"
n=0
) 2
Z —In
0 (de da:)ze

1
Z 1
0 (da:Q ) 1l—e=® _—

= 2np(w)> (1.53)

r=Lw

So far we have only considered one single harmonic oscillator or, if we
interpret ' and a as creation and annihilation operators for bosons, only one
state for the bosons. The generalization to many oscillators or many boson
states is straightforward. One simply introduces additional sets of integration
variables z;(7), z7(7) and if needed additional sources j;(7), j(7), where the
subscript 7 denotes the different oscillators. I will leave it as an exercise to
actually write down the functional integrals in this general case.

I will close the section on Bose functional integrals with a very useful
result for Gaussian integrals, which we are going to use a lot. The proof,

which is trivial, is an ezercise. Let M be a hermitian N x N matrix. Then

1

N dzdzr
! — Mz) = ——. 1.54
1:[1/ omi P ZJ:Z i3%) det(M) (1.54)
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1.3 Fermions

If the simplest example of a Bose-system is the harmonic oscillator then the
absolute simplest example of a Fermi-system is the spin one half system!
Here the Hilbert space is spanned by the two states | T) and | |), which
are eigenfunctions of the spin operator S,. The spin operators satisfies the

commutation relations

[Sxysy] = iSZ? (155)

and the two others obtained by cyclic changes of the indices. We now intro-

duce the “ladder” operators ¢ and ¢! of this system by the following

S, = ;(é“ré)
S, = %(J—C)

1

S, = éle— (1.56)

1
5
This identification will only reproduce the commutation relation (1.55) if ¢f

and ¢ satisfies the anti-commutation relations characteristic of fermions:
{eh e} =életee =1, {e e} ={eh ¢y =o. (1.57)

We now see that the | |) state is the vacuum state |0) in the particle language

and | T) is the fully occupied particle state |1), since S, is the “number”

1
5

operator except for the term

In the case of fermions one has not been able to find a way to represent the
quantum field theory in a representation of functional integrals over complex
fields as it is possible for bosons. Instead it has been shown that it is possible
with the help of the Grassman numbers.

Let us consider two anticommuting variables a* and a,

ata+aa* =0, a?=a>=0, (1.58)

16



considered as abstract algebraic symbols. In mathematics they are called the
generators of the Grassman algebra. The general function f(a*, a) of these

variables (an element of the Grassman algebra) can be written in the form

fla*,a) = fo+ fia+ fra* + fraa”, (1.59)

where fo, f1, fi, and fo are complex numbers. We see that the linear space of
such functions is four dimensional. On this space of function is also defined
the operations of differentiation and integration. Differentiation is defined in

the usual way

L rata)= i+ o

da
d fla*,a) = f1 — fa. (1.60)

da*

In the last equation we have made use of another important property of the
differential operator, namely, that it anticommutes with any other Grassman

number

d . d
= —a )
da* da*

Integration is defined to be identical to differentiation

/a*da* =1, /ada =1, /da* =0, /da = 0. (1.62)

Remember, that all these definitions are purely formal, and their only purpose

(1.61)

is to make the final results look like the analogous ones for the Bose case.
Let us now return to the fermion operators. The most general operator

that can be build out of ¢ and ¢ is
A= Ko+ Kot + Ko16 + Kipéte, (1.63)
and we will associate a function of the Grassman variables with it

K(CL*, a) = KO() + Klga* + KOlCL + KHCL*CL, (164)

17



i.e., K(a*, a) is obtained from A by simply replacing ¢' with a* and ¢ with a.
There also exist another representation of A, namely, in terms of its matrix

elements in the |0), |1) basis
A(a*, CL) = A()() + Aloa* + A()la + AHCL*CL, (165)

where Ay; = (i|Alj), with 4,7 = 0,1. These two functions, K (a*,a) and

A(a*,a), are connected by means of the formula
Aa*,a) = e *K(a*,a). (1.66)
Proof: Evaluate first the left hand side

<n|A\m> = <TL|K00 + KloéT + KOlé + K116T6|m>

B Koo Ko (1.67)
Koy Koo+ Knn

and the right hand side, noting that e** = 1 + a*a

e K(a*,a) = (1+a*a)(Ko + Kioa* + Koa + Kiya*a)
= KOO -+ Kloa* —+ Kma -+ (KOO -+ Kll)a*a. (168)
The following two results are proven in the same way and the details are

left to the reader. First, the A-function associated with a product of two

operators is given as a convolution (in the Grassman sense)
(A1 As)(a*,a) = / dardad; (at, @) As(a*, a)e=o"e, (1.69)

where o and « is an extra set of Grassman numbers. The trace of an

operator can be obtained from the A-function via

~

Tr[A] = Ag + An
= /dada*ea*aA(a*,a), (1.70)
where it is important to note the order of da and da*.

18



We are now prepared for the derivation of the functional integral repre-
sentation of U, in the Fermi case. We assume that the Hamiltonian is written
in a normal order form, i.e., any creation operator is placed to the left of any
annihilation operator. According to Equation (1.70) the trace of U,(t, o) is
given by

Te[U, (t, to)] = / dada*e® U, (t, to)(a*, a) (1.71)

where U, (t,t0)(a*, a) is the A-function associated with U, (¢, ). When writ-
ten as a large product as in Equation (1.5) this A-function can be written as

a multiple convolution according to (1.69)

Te[U,(t, to)] = /dada*/daida1-~~/da*N_ldaN_l
N-1 N N
exp la*a =Y ajai+ Y afai—iy Ht)(t — ti_(ll)JZ‘Z)
i=1 i=1 i=1
where a} = a* and ay = a. H(t;) is the K-function associated with the
Hamiltonian, i.e., a function where ¢ is replaced by a* and ¢ by a. If we

define ay = —ag and take the limit N — oo then (1.72) can be written in

the symmetric way
Te[U (. t0)] = / D(a*a)e (@ igram-H() (1.73)

Like in the Bose case we can produce a generating functional for Green
functions. This we do by adding a term v*(7)a(7) + a*(7)y(7) to the Hamil-

tonian H(7), where the two source fields 7* and 7 are Grassman fields.

FEzercise. Work out in the Fermi case the formula corresponding to (1.30).
Calculate the Green function for free fermions in the Matsubara og Keldysh

cases.

Gaussian integrals over Grassman variables can also be used to calculate
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determinants. The following theorem holds:
/dalda’{ : /daNda}‘V exp()  afM;;a;) = det(M), (1.74)
j

where M is an N x N matrix. It is important to note the difference to the

equivalent result for integrals of usual complex variables.

FEzercise. Prove (1.74).
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1.4 Diagrams and Feynman rules

In this section I will show how the Feynman rules for a given system is
derived. We will use a concrete example, namely a gas of interacting fermions
described by the following hamiltonian

H = Z ekchk + % Z Uchrchchk/ck (1.75)

k kk'q

where V' is the volume of the system and U, is the Fourier transform of
the interaction potential between two of the bosons. The starting point for
generation of diagrams is the formula (1.28), derived in the second section of
these notes.

Our master expression is given by (with a slight change of notation)

% - . . 4] . 4] f d’rf doj*(1)G~(7,0)j(0)
Z[7*,j] = exp [—Z/dTH' (i, i) | e/n T S O e
v S(r) ()
(1.76)
The Feynman diagrams are a graphical representation of the mathematical
content of this expression, when all the exponential functions are Taylor

expanded. Let us first look at the term to zeroth order in H;,,, i.e.

o2 [, a7 [ 4 (1) Gy (r0) k(o)
= 1—|—Z/d7’/d0j}£(7)Gk7(7, 0)jx(o)
k Y Y

1 . 4
"’5 Z/dﬁ/daljkl(ﬁ)ka(ﬁ,U1)Jk1(01)
Y

kiky 77

/d7—2/dUQjZ2(TQ)Gk2»Y(T2,0-2)jk2(0-2) —+ .. (177)
Y Y

We now represent ji(7) by a cross and a line with an arrow pointing away
from the cross : - j;(7) in the same way, however, with the arrow pointing
towards the cross: X—<—— and, finally, G,(7, o) as a line with an arrow :
—<——. With each cross is associated a time and a quantumm number,
for example 7 and k in ji(7). Likewise the line will connect two times with

the same quantum number. With this (1.77) can be drawn as follows:
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Let us now take a look at the first order term in the interaction, i.e., the

first term in the Taylor expansion of the first exponential in (1.76):

J J
—i | drH: (i ;
5 )
z’—l > U, /d o (1.78)
= - U . . , :
2V kk'q *Jy 5Jk+q(7)5jk'fq(7'>5jzﬁ/(7)532(7)

This is a differential operator which removes two j*’s and two j’s associ-
ated with the same time. Diagramatically this corresponds to removing two
crosses with arrows pointing towards them and two crosses with arrows point-
ing away. These four removed crosses is now merged into one point to indi-
cate that the times are identical. We therefore draw the interaction term as

a vertex:

In order to find all the first order diagrams we should now take all the
above drawn zero order diagrams and join four crosses so that two arrows
point towards the vertex and two arrows points away from the vertex. We

get
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The first two diagrams is translated to mathematics as follows: In the
vertex all incoming momenta should equal all outgoing momenta. This can
be done in two ways, either by joining k with k + ¢ giving that ¢ = 0, or by
joining k with &' — ¢ giving k' = k + q. The final result therefore is
1
v > Uypeo /7 dTGoy (T, )Gl (T, T)

kE’

1
+ 5 XU, [ d7Gsn (7,7)Gio (7, 7) (1.79)
kq v

One could go on and derive a complete set of rules, that controls the math-
ematical interpretation of the graphs. This is quite tedious, and experience
shows that in practice one rarely makes use of the rules. If a concrete dia-
gram is needed, the easiest way to generate the mathematical expression is

to use the general formula (1.76), and then do the differentiations by hand.

1.5 The Linked cluster theorem

The thermodynamic potential €2, defined by the equation
e P = Ty[e=PH-1N)] (1.80)

is an important quantity that contains all information about thermodynamic

quantities of the system. It turns out that €2 can be calculated by summing a
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particular family of diagrams, namely, the connected and closed (i.e. without
external lines) diagrams. That this is the case is a consequence of the linked
cluster theorem, which I shall discuss in this section.

Before we get to the theorem, let me first introduce a few diagrammatic

definitions. The sum of all diagrams, Z[j*, j| we will draw as the following

bubble:

If we differentiate Z[j*, j] with respect to jx(7) then one diagrammatically
is supposed to remove a cross at the end of a line with an arrow pointing
away from the (removed) cross. So only diagrams with such a cross will

contribute. We will draw this differential quotient #(T)Z [7%, 7] as follows:

We will also want to differentiate with respect to the interaction strength.
Technically this is done by introducing a parameter A in front of H;j., i.e.,
by replacing H;¢ with AHj,¢. The resulting functional is denoted Zy[5*, j].
If we now differentiate Z,[j*, j| with respect to A then only diagrams that
contain at least one vertex will contribute. Diagramatically we therefore

draw the differential quotient as
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Most of the diagrams contributing to the Z,-bubble are not connected.
We will define the functional W,[j*,j] as the sum over the subset of all

connected diagrams. Diagrammatically it is drawn as

The linked cluster theorem is a consequence of a differential equation,

which diagrammatically has the form

or mathematically

d\ d\

In the language of diagrams the equation says the trivial statement, that

Zxl7%, 7] (1.81)

all the diagrams with at least one vertex can be written as a product of
the part of the diagram that is connected with this vertex times a discon-

nected part. It is, however, not trivial that this translates into the above
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mathematical equation. The proof goes as follows: Any diagram consist of
a number of lines and a number of vertices. The lines comes from the factor

el 47 ), 4e7" @G (i) i can be expanded to

S Ly L, (1.82)

where I have removed all integrals and indices, since only combinatorics are
important. The summation variable n denotes the number of lines, and L; is

shorthand for a line. The vertices on the other hand comes from the factor

exp {—i)\ J, dTHipg (@ 5j(($'r) , zﬁ)} which is expanded to

o0 )\m
> Vi Vi (1.83)
m=0 :
Here V; stand for a vertex and m is the number of vertices. A given diagram

consist of n lines and m vertices. The functional Z,[j*, j] is then given by

the sum

. 11
Z\j* 9] = Za@%---Vle---Ln (1.84)

n,m

Let us consider all the diagrams that includes one particular connected
piece. Let it consist of n lines and m vertices. All terms in the expansions
with more than n lines and m vertices will contain this diagram times some
disconnected pieces. Here we want to prove that the sum of all these discon-
nected pieces actually is equal to Z,[j*, j] itself. Consider now the term with
N lines and M vertices. We need to pick n lines and m vertices to build our
particular piece. This can be done in

N! M!
nl(N —n)!m!(M —m)!

(1.85)

ways. The remaining N — n lines and M — m vertices now build all the

disconnected parts. They can now be written

1 1
(N —n)l (M —m)!

Vipsr+ VarLng1 -+ Ly (1.86)
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which when summed over M > m and N > n exactly gives Z,[j*,j]. This
completes our proof.
The linked cluster theorem is now a simple corrolary to the differential

equation (1.81). The solution to the equation is simply
ZAli*,4) = Zolj*, 1™V (1.87)

The above argument is OK for all diagrams with external lines, i.e. terms
with at least one factor j or j*. For the socalled vacuum graphs, diagrams
with no external lines an important change should be kept in mind. The

point is illustrated in this figure:
: 1 : 2 : : 1 : 2 :

The numbers at the vertices are the labels attached to the time integration
variables in (1.76). The two vacuum diagrams to the left are identical, and
it is double counting to include both. The two graphs with external lines to

the right are obviously different. In general we will have for diagrams with

external lines

Wali™ 31 = 32 AW, g, (1.88)
n=1
where W™ [j* 4] is the set of different connected graphs with n vertices.
Hence
dW ;% N o0
72% Jl S AW ], (1.89)
n=1

For diagrams with no external lines this formula should be replaced

dW,[0, 0]

_ S ) [0,0]
X n;

— W,[0,0]/), (1.90)
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where the factor n has been removed in order to avoid over counting.

Let us finally return to the thermodynamic potential 2. In order to
calculate that we should of course chose the time-contour v from 0 downto
—if3. Since e™?* = Z,[0,0], an immediate consequence of the linked cluster

theorem (1.87) is now

1 rtd
Ay 10,0 (1.91)

Q=5

i.e., the corrections to €2 due to interactions are given by all the connected
closed diagrams.

The result in equation (1.87) is also very useful in many other circum-

stances. For example, when one is calculating the full particle propagator
Grig(,0) = (Tyci(T)el(0)) (1.92)

From the general theory we have that this can be written

2

Gopg(T,0) = 1/Z[0a0]mz[j*,j]|y‘:ﬁ:0

(1.93)

Using (1.87) we immediately get

_ WG] WG, 5] dW 5, ]
ConalT0) = T 5u@) T i) 8e(o) (1.94)

The first term is all connected diagrams with two external lines, whereas the

second term consist of pairs of connected diagrams each of which has only one
external line. We will see in the following section, that if the Hamiltonian con-
serves the number of particles, i.e., if H commutes with the number operator
N =53, chk then this contribution vanishes. If, however, gauge-invariance

is broken, as e.g. in a superfluid, then these terms will be non-vanishing.
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Note 2

Collective fields

Most “elementary” particles in the real world are not elementary, in the sense
that they are not build out of smaller constituents. Examples are atoms, that
are made of electrons and nuclei, nuclei themselves are made of protons and
neutrons, which in turn are composed of quarks and gluons. At sufficiently
low energies, however, each of these particles can be considered elementary,
and one can neglect the internal structure, and parameterize their properties
in terms of effective masses and charges. In condensed matter physics we
have a large number of new “particles” or elementary excitations as they are
often called. These particles are very often collective in the sense that they
are build from very many other (more elementary) particles such as electrons
or their spins.

In this section I am going to discuss a systematic method that can help
us describe such elementary excitations. One example will be the quantized
plasma wave, which when quantized is called a plasmon. Another is the

bosons responsible for superconductivity, namely the Cooper pairs.
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2.1 The plasmon

In order not to get lost in the formalism and loose track of the rather simple
physics involved, I will start be reviewing the classical description of plasma
waves. As the name indicates we are dealing with waves in a plasma, e.g.
the electrons in a metal. It is described by the time and space dependent
electron density p(7,t). This density is the source of an electric field, which
we will describe by the associated potential: E(7,t) = —V(7, ). Field and

charged density are related by Poisson’s equation
— A¢(r,t) = dmp(Tt). (2.1)

The electric field itself creates currents in the plasma, which are connected

through Ohm’s law, which in the AC case has the form

jk,w) = o(k,w)E(k,w) = —iko(k,w)p(k, o), (2.2)
where the Fourier transforms in space and time has been introduced. The
conductivity G(E, w) we can get from the simple Drude result, which holds

in the long wavelength limit:

o(k,o) = 20

1 —dwr’

(2.3)

where 0y = ne’*r/m. Here n is the electron density, m the electron mass and
7 is the relaxation time. Charge conservation relates through the continuity

equation charge and current densities:

-

k- j(kw) = wp(k,w). (2.4)

The three equations (2.1), (2.2) and (2.4) forms a closed system, and by

eliminating the potential and the current density we obtain
drio(k .
(1 4 M) p(k,w) = 0. (2.5)
w

30



This support a non-zero solution if the frequency and wave number are related

by (in the long wavelength limit)

4 2\ 1/2
W=wy = ( e ) (2.6)

m

An interesting point to make, is that the frequency is finite even in the £ =0
limit. This property can be traced back to the long ranged character of
Coulombs law. If we indeed replace the Coulomb potential by a short ranged

Yukawa potential, Poisson’s equation is replaced by

gb(kvw) = mp(k7w)’ (27)

where k; ! is the range of the potential. A wave solution is still possible, but

now the dispersion relation becomes

k

which vanishes in long wavelength limit, i.e. there will be no gap in the

(2.8)

W = Wp

spectrum.

1.2 T T T T T
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Let us now turn to the full quantum treatment of the problem. We will

use our example of the charged Fermi gas described by the Hamiltonian

1
H = Z'Skc};ck + 5 Z UqC]tJquL/_qu/Ck (2.9)
k 2V kk'q

The interaction potential U, we will take to be of the Yukawa form 4me?/(¢*+
k%). V is the volume of the system. The energy &, has different values
depending on where on the contour we are moving. As long as we are on the
real time axis, & = e = k?/2m, but when we are moving down along the
imaginary axis towards —i3 & should be replaced by €, — p, where p is the
chemical potential (which we in this example will write as er since we will
not consider finite temperature effects).

If we introduce the density operator

Py = D ChigCh (2.10)
k
the Hamiltonian is
1
H = Z{:kczck + e > Ugplp, (2.11)
k q
The associated functional integral has the form
Z = / D(a*a)e' S 7E@ ) (2.12)
where
L(a*,a) = a ig—ﬁ' a —LU . (2.13)
,—kkaT kaquqpq :

The Hubbard-Stratonovich transformation

The next step is to introduce a new set of variables ¢,(7). This is done

through the number 1 which we write as

= 2 / dg* / dge=9"
2m
= g/ dx/ dye~ @ +v") (2.14)
T J—o00 —00
2
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With this we write

b dq

7 /D(a*a) /D((b*d))eif” dT(ﬁ(a*7a)+% >, o, ) (2.15)

The Hubbard-Stratonovitch transformation now consist of making a simple

variable transformation in the ¢’s

g — g+ Ugpq
¢g — &g+ Uqp, (2.16)

All of the above tricks have been designed so that the direct interaction term
between the particles cancel. Instead we have obtained an indirect interac-
tion through a new quantum field, which in the case of charged particles is
really nothing but a quantized version of the electric potential. The effective

Lagrangean now has the form

£eff(a ,G,Qb 7¢) - V; 2Uq +§ak ZaT gk Qg
_'_

1

oV %}:(%a}iqak + kD) (2.17)

Diagramatically we have two new vertices

ol
O

and a new propagator ~ NN

The dynamics of the new field can be studied by integrating out the
fermions. In this way we will get a problem only involving the ¢ fields. We

write the resulting functional integral
7 = /D(¢*¢)€iseff(¢*’¢) (218)
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The effective action Scss can best be obtained through an application of
the linked cluster theorem. When integrating the particle fields we are sup-
posed to consider the ¢-fields as constants. Some of the low order diagrams

are shown here:

MMQNWW

Here the first is proportional to U,—y and it can be neglected since it is
cancelled by a positively charged background as usual. The second diagram
is important. It is the only one to second order in the ¢-field and gives the

following contribution to the effective action

93P

S (#.¢) = Z
/ [ do6;(7) G (7)ol 7)0 (4219

This expression contains all the interesting physics. In order to dig it out
we need to choose a time contour . The simplest is to use the Matsubara

contour. Doing also a Fourier transformation, S Sc)f can be written

eff (9", 0) = Z Gy (1w ) Dy (iwn )~ Yo (iwn) (2.20)

74Wn7q
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where the propagator D,(iw,) is given by

1

D, (iw,) " = ﬁ — WB Zng+q iwy, + iw,, )G (iw),) (2.21)

The action in (2.20) describes a set of non-interacting bosons. By comparing
with the general expression from the section on bosons we see the D, (iw,)
is the Fourier transformed propagator for the bosons. Higher order terms
such as those described by the third diagram on this page, will describe
interactions between the bosons.

In order to give a physical interpretation of the ¢-field, we can calculate

the average value of ¢,(7):

= [ D6*)sy ()5, (2:22)

and then undo the Hubbard-Stratonovich. We then arrive at the simple

result
(0q(7)) = Uqlpy), (2.23)

which is nothing but the electric potential created by the electrons. We
therefore will interpret the ¢-bosons as plasmons. This interpretation is
confirmed by a closer examination of the ¢-propagator.

The expression

P(q,iw,) = ZZQHQ (iwn + iw),)Gr(iw)) (2.24)

Vﬁ

is the well known Lindhard function. The frequency sum is carried out by

the standard techniques (can be found in Bruus’ and Flensberg’s notes, chap.

9). We obtain

Plg,iwy) — 1 Z”F (&k) — np(Ektq)

=W+ &k — kg
_ 2¢, l nr(&r) 92,95
iwn)2v;(1_ q#-ﬁ ) +(2wn)2’ (2.25)

Twnm

—
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where ¢, = ¢?/(2m). We will only be interested in the long wavelength limit.

It is straightforward to expand the Lindhard function to 4.th order in ¢:

P(q, iw,) = 5;17)’2 <1 + Etizi;l) , (2.26)

where (€) = 3/5ep is the average energy pr. particle. The energy of the

quanta is obtained as the poles of the propagator or equivalently the zeros

of D,(iw,)~*. These zeros occur at the following frequencies

q <€> 2 2
Wy = Wy—— (1 + (q +k)> (2.27)
q D /q2 + k‘g ( mw}Q)l 0
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2.2 Superconductivity

The most famous example of collective behavior is superconductivity. A lot
of the concepts and the formalism we are covering in these lectures were
actually developed in the study of this set of phenomena. I will start by
briefly discussing some of the simple physical facts that are important for
the superconductors. This will hopefully help us not to loose sight of the
physics involved. After all the understanding was acquired not by writing
down the general theory, who’s equations were then solved, but rather by a
long and painful procedure, extracting essential information from often con-
flicting experimental facts, building simple models that elucidates the novel
physical mechanisms involved. The formal synthesis, I am discussing here,
emerged after everything was understood. The strength of formalism, lies in
its emphasis on universality, and in the possibilities it offers for systematic
calculations.

In a superconductor an electrical current can flow without a voltage, i.e.
without energy dissipation. This effect is off course the most dramatic from
a macroscopic practical point of view, and it was what Kammerlingh Onnes
discovered in 1911. Ironically, this effect is the least discussed in theoreti-
cally. Here emphasis is put on another electromagnetic effect, namely the
Meissner-effect, according to which any magnetic field is expelled from a
superconductor. The two effects taken together says, that any static electro-
magnetic field cannot exist deep inside a superconductor. Neither of these,
actually gave the final clue to the theoretical breakthrough that came with
the BCS-model by Bardeen, Cooper and Schrieffer in 1957. The fact that
electrons form pairs in a superconductor leads to an energy-gap, which has
direct experimental consequences, e.g. in the specific heat.

Superconductivty and the Meissner effect is simply expressed through the
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London equations

d - nge? =
4 = S F
dt m
2
Vxj = -8 (2.28)
m

The frequency dependent conductance is derived from the first of these equa-

tions and we get
2

=4 2.29
o =" (229)

which tends to infinity as w tends to zero, resulting in resistanceless currents.
The parameter n, London interpreted as the density of superconducting elec-
trons.

These totally phenomenological equations was derived by Ginzburg and
Landau in 1950 in an extremely important paper. Here they not only derived
the electromagnetic properties of superconductors, but also took a great step
towards giving a unified description of all second order phase transitions, of
which the transition to the superconducting state is an example. Ginzburg
and Landau said that below the critical temperature, T,, a new variable is
needed to describe the system, the so-called order parameter. In the case of
superconductors this variable is denoted as a complex field ¥(7), and they

made the following ansatz for the free energy of the system:

F(U, A) = /dezi* K—?v - e*/Y> W(7)* - (?v - e*ff> V(A + V(AP .

(2.30)
At the time this was only an educated guess, which had no real microscopic
justification. It is obvious, however, that they considered quantum mechanics
to be essential, otherwise a complex (gauge-dependent) field hardly would
emerge naturally. The parameters e* and m* are not at this point to be
related to the electron charge and mass. London’s equations follows from
(2.30). If you use the very general result (which I shall prove below) that the

electrical current density of a system is obtained as the functional derivative
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of the free energy with respect to the vector potential ff(f'), then you obtain

= N vy wvey - jupA (2.31)
)= o m ' '

In the limit, where the external field is weak, so that A can be neglected
in (2.30), the minimum free energy configuration is a uniform ¥(7), with a
value determined by the potential V' (|¥|?). Below the critical temperature
this function has a global minimum at non-zero values of |¥|. Since the free

energy is obtained as a power series in ¥, the dominant terms in V (|¥|?) are
V(| 2*) = a(T)[2[* + b(T) | ¥[", (2.32)

where the coefficients a(7") and b(7T") are temperature dependent. For stability

reasons b(71') is always positive. This function has stationary values at

a(T)
2%(T)

U] =0 and V| =,|— (2.33)
The second non-trivial solution only makes physical sense when a(7") < 0, in
which case it is actually the global minimum, the minimal value of V (|¥|?)
being ,

a(T)

46(T) (2:34)
The critical temperature T, is hence determined by the equation a(7,) = 0.

The London equations (2.28) follows directly from Eq. (2.31) if we identify

|W|? with the so-called density of super electrons n,.

Let us now turn to a microscopic derivation of these results, starting
from a simple and semi-realistic model Hamiltonian, and using the functional
integral methods. Our model is defined by

H=Y eé} e — U”—‘j Sl il il + Vs (2.35)
ko kk'q
Several comments are in order: The explicitly written interaction is attrac-

tive. This first of all means that we have neglected the strong Coulomb
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repulsion between electrons. The justification for this drastic approximation
is that the electrons we are considering, are not the “bare electrons, but
rather the quasi particles emerging in Landau’s Fermi Liquid Theory. These
are still electrons in the sense, that they are fermions with spin, but their
residual interaction is weak, and can be neglected. The attractive interaction
in (2.35) is for usual metals (such as Al and Pb) due to the interaction medi-
ated by phonon exchange. This is also the reason for the prime in the sum in
the interaction term. In this simplified model it means, that only momenta
k that corresponds to an energy within a small interval around the Fermi
energy should be included: |e; — €p| < wp, where wp is the Debye energy of
the phonons of the system. Also the volume vy is related to the phonons. It is
simply given as (vp/wp)3. This volume is quite arbitrary, but this volume is
the natural unit of volume in the problem. The electron-phonon interaction
is not depending on spin, but the interaction term we have written out is
only including the singlet channel, i.e. only pairs of electrons with total spin
equal to zero scatter. All other interactions are not relevant and has been put
into the junk-bag V,. together with the weak residual repulsions. Later in
the course we shall see, how to defend this procedure more rigorously using
renormalization group arguments.

We are going to derive the Ginzburg-Landau theory, i.e. we are going to
consider the free energy of the system. Hence the partition function is the

relevant mathematical quantity. It has the functional integral representation
s .
Z = / D(c*e)elo TEE"O), (2.36)

where the Lagrangian is given by

L(c* )= . (T) |5 —& | cho + U2 > G g CariCrr- (2.37)
ko or 4 kk'q
Here we have introduced the energy variable &, = €, — . For simplicity we

are neglecting the residual interactions. They can be put in later if necessary.

40



Also the momentum variables in the interaction term has been rewritten. In
Eq. (2.35) the variable ¢ denoted the momentum transfer in the scattering
process. Here it denotes the (conserved) total momentum of the scattering
pair of electrons.

Physically we know that superconductivity is due to a kind of Bose-
condensation of Cooper pairs. With this motivation we are going to introduce
a Hubbard-Stratonovic field, which on the average is exactly the Cooper pair
expectation value. Technically, we will perform the same trick as in the
plasmon case, discussed above. We multiply the partition function with the
number 1 in the form

.
N

1:/D(A*A)e_foﬁd7 2T (2.38)

Next step is then to shift these new integration variables:

Ay — AU v zk:’c,}c;_kl (2.39)
Aq — Aq — U\ / % Z /Cq—lekT- (240)
k

Note that the sums are primed, i.e. only energies in the allowed interval
around the Fermi energy is included. After this transformation, the effective

Lagrangian becomes

A*A 0
L(c*e,A*A) = = 1 1 +> ¢y <——£k> Cho
. U ko \ Or

ko

/Yo * ok
kq

The part of this Lagrangian involving the electron variables ¢* and ¢ is noth-

ing but the BCS-model, first discussed by Bardeen, Cooper and Schrieffer.
We will now integrate out the electrons. This we do using the Linked

Cluster Theorem, keeping the A-variables constant. The following diagrams

will contribute:
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Here the curly line denotes either A, or A7 depending on the direction of the
arrow. The first of the diagrams involves an electron bubble which is called
the “Cooperon”, since it obviously describe propagation of pairs of electrons.

We shall denote it Cy(7).

The final expression for the partition function is now

7 = /D(A*,A) exp [— /05 dr zq:AZ(T) (% +Cq(7)> Ay(T)

(2.42)

B B B B . . q
— Z/() dTl/O dTQ/O dTg/O dT4Ak+q(Tl)Ak/fq(Tg)Fkk/(7'1,T2,7'377'4>Ak1<7'3>Ak(7'4>

kk'q
- / D(A*, A)e BFA"8)

This expression for the partition function is of course only approximate, since
we have neglected higher order terms in A,. The neglected terms, however,
will turn out not to be relevant. We are now quite close to Ginzburg and
Landau’s formulation of superconductivity. We are dealing with a general
situation, where both quantum and thermal fluctuations are present. In
this case, the partition function is given as a sum over field configurations,

A

4> each weighted by a Boltzmann-like factor e #F(2"4) like in classical

42
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statistical mechanics. In contrast to classical statistical mechanics, however,
the present sum involves “time”-dependent fields A (7). This is the price
that has to be paid when both thermal and quantum fluctuations are to
be included. In this way the formalism is also useful, when one wants to
analyze, so-called quantum critical phenomena, where phase transitions can
take place at T'= 0 (i.e., § — 00), and are driven by quantum fluctuations.

In the case of conventional superconductors, we are going to use thermal
fluctuations only, i.e. only consider fields that are “time” independent. Fur-
thermore we also will restrict the sum to fields, that have long wavelength
fluctuations, i.e. fields with small ¢. In order to do that, we need to calculate
the Cooperon and the function denoted I' above. First, the Cooperon. Its

Fourier transform is given by

oy~ Wlesn ] 1
Cq(lwn) - Vv 6 - szn 1Pn — gk Wy, — 1Pp — gq—k‘
Vo~ 1r (§k) — nr(—Eg—k)
o _ 2.44
% zk: twy — &k — g—k 4

We will only need Cy(iw,) in the zero-frequency and small-g limit. Here it

reduces to (Exercise!)

= " OO,

—wp 28
v np(§) —np(=§) — 26np(8) — 2682n%(E) 4 4
NO /_WD dé (85)3 vrq + O(q )
= —a(T) +d(T)g* + O(¢"). (2.45)

Here a(T') and d(T) are positive temperature dependent constants. In the

same limit, the function I is

¢ _ wp np(=§) —nr(§) + {nE(E) + nk(§))
Cho = Nof ' de B

= b(T)+O(¢* k* k). (2.46)

+ O(¢*, k*, k™)

With these results, we get the following expression for the free energy of
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“time”-independent and spatially slowly varying fields:

1
F(A*,A) = YA (U —o(T) + d(T>q2> Ag+d(T) S Ap AL ApAy
q q,k,k’

— /ﬁf%%m(ﬂawﬂ+%—wﬂ)A®+d@WMW%ﬂ

This expression is nothing but Ginzburg and Landau’s free energy. The field
A(7) /U, can be identified with the phenomenological field ¥ (7). By undoing
the Hubbard-Stratonovic transformation we learn, that (the average) of A,
is proportional to the pair expectation value Y, '(c,—ri ckr), hence we can
interpret W(7) as “the wavefunction” of a Cooper pair.

Our result also allows a microscopic calculation of the critical temperature
T.. From the Ginzburg Landau theory we know that it coincides with the
vanishing of the coefficient to the quadratic term in the free energy. From

(2.47) we therefore have that T is determined by

(f) —nF(f)
2¢ ’

a result well known since the emergence of the BCS theory.

1 =UN, / R (2.48)
s

So far, we have not included coupling to the electromagnetic field. This
can be accomplished rather easily if we invoke gauge invariance. We of course
know that the electrons are minimally coupled to the electromagnetic field,
meaning that the electronic Lagrangian is invariant under gauge transforma-
tions. Technically, this means that if we in Eq. (2.37) changes the gauge, so
that the vector potential A(7) (originally be chosen to be zero) is converted
into A/(7) = Vx(7) then this change can be undone in the path integral

(2.36) if we make the variable transformation
Vo (7) (=—= Z eikFC/w)
— XMy (7). (2.49)

This verifies, that the partition function is indeed gauge invariant. After

the Hubbard-Stratonovic transformation the partition function is of course
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still gauge invariant, but now the proof also requires that the above gauge

transformation is including a transformation of the A-field:
A(7) — e VIOA(F). (2.50)

This, e.g., means that the gradients in the free energy should be replaced
by V — iQe/T(F) and we conclude that the electric charge associated with the
Ginzburg Landau field W is twice the electronic charge — not very surprising
since we already have identified ¥ with the Cooper pairs. It was, however, a
completely non-trivial result before BCS.

Note: The above gauge argument is not absolutely rigorous for the model
discussed above. In that the interaction involves the restricted sums in mo-
mentum space »_,'. This approximation to the full phonon induced interac-
tion actually breaks complete gauge invariance. Only gauge transformations
that are essentially constant inside a volume of size vy are symmetry trans-
formations of the model. The complete phonon model, however, has the full

gauge symmetry, and the above consideration are actually valid.
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2.3 Dirty superconductors

In a normal metal impurities are responsible for the finite resistance at low
temperatures. In the simplest theory for superconductivity there are no im-
purities, so it cannot explain how the rest resistance vanishes. In this section
we shall discuss impurities. First, we “prove” the so-called Anderson’s theo-
rem, which states that impurities does not affect the gap, A, or the critical
temperature, T.. Magnetic impurities, i.e. impurities which can flip the elec-
tron’s spin, on the other hand have drastic effects on the superconducting
properties. The gap quickly tends to zero as a function of the concentra-
tion of magnetic impurities, and we find the interesting possibility, that the
material can be superconducting and at the same time have no gap in the

electronic excitations spectrum.

2.3.1 Nambu formalism

The Lagrangian for a pure superconductor is given by

L) = X e, (7) (5 —a) ot et mn, (251)
ko

kk'q

which after a standard Hubbard-Stratonovic transformation

A, = Aty Z Cq—k|Ck1
k

A — ATHgd iy (2.52)
k
becomes
A*A 0
L(c* c,A"A) = —Z ! q—i—ZcZa — — & | Cro
q 9 ko 87‘
+ > (AncqriCrt + G Coi Ag)- (2.53)

kq
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In the following we shall make use of the Nambu formalism, where the elec-

tron fields are organized in a two component spinor:

Cr = “r (2.54)
(]
With this the Lagrangian becomes
AXA 0
R Y a b Wlcd e [t
. 9 = or
+Z/ ;—‘,—k‘(A;U_ +Aq0+)0k, (255)
kq

where o; are the standard Pauli matrices which now act on the Nambu
spinors. To arrive at (2.55) one have to make an exchange of spin-| fields
and a partial time integration.

The Hubbard-Stratonovic transformation from eq. (2.52) can also be

written

Ay — Ag+yg Z Cog—ko-Ck
k

A = A4g>Cr 0O (2.56)
k

If we have a translational invariance in both space and time, we need only
consider a situation where only A;—g ;,,—o is non-vanishing (and real without
loss of generality) . If we introduce the — in the time variable — Fourier

transformed fields

1 /8 ,
Ckn - _/ dTCk(T)e_Zp”T, (257)
6 Jo
the action becomes
A2
S/p = ——
/ g
+ Z C;n(lpn - §k0'3 + AUI)Ckn

k,ipn

A2 * 20 —1

g k,ipn
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where we have introduced the Nambu Green function GP . Inverting the 2

by 2 matrix we get
Z.pn + &73 - A0'1

(ipn)? — B}
where Ej = /&2 + A2, In this case it is easy to integrate out the electron

G) = (2.59)

variables. We use the theorem (1.74) to obtain the effective free energy for
the gap:

A*A

ﬁj:eff -

— ZTrln BGY h. (2.60)

From the general discussion we know, that the expectation value for A,
- / D(AAY)AePFers (2.61)
is given in terms of the electron variables as
A) = gZ/D(c*c)CZalee’S(c*’c) (2.62)
k

which reduces to

_ 9 A
SR D SN rrw
_ AZ - 2”F L= 2np(Ey) (2.63)

k

using the standard frequency summation techniques from Bruus and Flens-
berg, chapter 9.

The critical temperature, T, is determined from the gap equation (2.63).
First the equation is divided by A (which is allowed if the temperature T is
less than T,) and then the limit 7" — T, is taken, which amounts to setting
By = |&|. We get

T 1 —2np(|€])

p 2[¢]

_ gN(0) /OMD tanh(§£2kBT)d§

wp/2kpT (]
— gN(0) / P T (), (2.64)
0 dx
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where the cut-off in the energy integral is given by the Debye energy of the
phonons, which are ultimatively responsible for the electron-electron attrac-
tion. The Debye energy is a few hundred Kelvin whereas the critical tem-
perature is a few Kelvin so, we can use the approximation wp/2kgT > 1.
Doing a partial integration in the integral and approximating the upper limit
in the remaining integral we get the final result

1 2vwp
-1 2.6
gN@O) " <7rkBTc) ’ (2.65)

where Iny = 0.5772 is Euler’s constant. So

2vwp
T

kpT, = "IN (2.66)

Later we shall need the general mathematical result, which was part of this

derivation, so we repeat it here:

el e

which holds for all temperatures, kgT < wp.

2.3.2 Anderson’s theorem

Let us now introduce impurities in the model. An impurity at position R;
will scatter electrons, and this scattering gives the following term in the
Lagrangian

1 )
Li=— > Vee i o, (2.68)

kq,o
which with a little bit of exchange of spin | fields and relabelling of momen-

tum variables can be written in terms of Nambu spinors

1 ,
L; = ~v > Vet i Cr 03Ck. (2.69)
kq

The standard way of dealing with random impurities is to do perturbation

theory in V,, and average each term of the perturbation series over the random
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X

a b c

Figure 2.1: Impurity scattering self energies. a) First order scattering off a
single impurity. b) Averaged second order scattering off a single impurity. c)

Self-consistent averaged second order scattering off a single impurity.

impurity positions. The Nambu Green function has the following perturba-

tion series

1 .
gkk/ = g,g(;kk/ -+ V E ggvk_klel(k_k )RZO'gglg, (270)
_1 E NS NIAY -3 i .
+V2 "t gg‘/;c—kllez(k k )Rlo-3gg/lvk//_k,e (k k )R]O_?)g]gl + o
2]7

Upon averaging, which amounts to doing integrals

M./
= [ ag, (2.71)
=1 V

where p = N/V, translational invariance is recovered. In the second term

the averaging gives

p%(ggOg)QUgékku (272)

Likewise in the higher order terms, from the contributions where the impu-

rities are all different, we get contributions
(PVo)" "1 (GRos)" T30y (2.73)
All these terms can be summed to give a constant self energy contribution
o = pV 2
k= PVo0s, (2.74)

which amount to a simple shift of the chemical potential du = pVy, which

will be absorbed in the definition of . The first non trivial contribution
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comes from the second order term, where the two impurities labelled i and

J in fact refer to the same impurity. We get
Grp > Vyl*03Gyy 103G 0k (2.75)
q

It is easy to see that we get similar contributions from the higher order terms,

which all can be summed to give a self energy contribution
2@ — 5 S |Vil?03G2, 0. (2.76)
q

This is the Born approximation. We can do a better job, if we employ the
self consistent Born approximation, where we replace the G in ¥ by G. The

result is a integral equation
G.' = ipn—&os+ Aoy
p
—v Z |Vk,k:\203gk/03. (277)
kl
The crucial point, which shall lead us to Anderson’s theorem, is that the

solution to this equation is a Green function of the same form as Gy but with

renormalized frequency and gap:
ip, =1 ipy A =nA. (2.78)

To find the renormalization constant, 77, we insert the ansatz, G, = nip, —

&ros + nAoy in the integral equation

gk_l = ip, — &os + Aoy
p Nipn + Epos + nAo
VZ|V’€*’<”2 2( 12 32 2 -,

n (2.79)

In the k&’-sum the terms proportional to 1 and o are dominated by k' close
to the Fermi surface. In this energy interval the scattering matrix element

only depends on the angle between k& and &', and writing the sum as
SV = KRS (ge) = NO) [ oIV (6,0, k)? [dg'£(€),  (2:80)
k/
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where N(0) is the density of states at the Fermi level. Introducing further

the relaxation time

1 pN(0) [dQ

T V Ar
we get for the coefficient to ip, + Aoy at the right hand side of (2.79)

V(0,0,kp)l, (2.81)

1 n
1 /d
+ onT £772(p% + A?) + &2
1

27’\/@7

which then will be our value for the renormalization constant . The integral

- 14+ (2.82)

proportional to o3 will not be confined to the Fermi surface. Hence it is
not particularly dependent on the system being superconducting. In fact the
term is nothing but the second order correction of the chemical potential,
due to the presence of the impurities.

Having found the Green function we can immediately write down the gap

equation, which determines A. It is

nA

g
A=—2 . :
%3£%in2@pny-—fi—-n%ﬁ2

(2.83)

Since the £ integral is confined to a region of with A around the Fermi surface,
where the density of states can be taken to be constant, the n factors vanish
completely from the integral upon a change of variable to ¢’ = n&. Hence the
gap equation is identical to the gap equation without impurities, giving then

the same gap A. This is Anderson’s theorem.

2.3.3 Magnetic impurities

A magnetic impurity at position R; will scatter an electron in two ways:
standard potential scattering, described by (2.68), and magnetic scattering,
described by the exchange interaction

s 1 s iqR; &
Li=—7 X VerRs,.
kq,o0’

N
O

2

% g Chirs (2.84)
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Figure 2.2: Semiclassical picture of a Cooper pair in a medium with impu-
rities. The two electrons move around in time reversed paths in a common

“trough” of lattice distortion.

where S represents the angular momentum of the impurity. This interaction
cannot be written in terms of the Nambu spinor introduced in the previous
section. The presence of an external magnetic moment breaks time-reversal
invariance which is fatal. A simple physical picture of the Cooper-pair shows
why. In the BCS-picture of a Cooper-pair the two electrons polarize the
flexible ion lattice and both electrons move in the common trough. In the
presence of impurities the trough is no longer a simple long cigar but rather
some irregularly shaped object, as illustrated in the figure. If some of the
impurities are magnetic, say with a magnetic moment along the z-axis. Then
spin up electrons will feel a scattering potential which has the opposite sign
of the scattering potential felt by spin down electrons. Hence there is no way
of creating a common “through” for two electrons with opposite spin, and
no singlet Cooper pairs will form close to the magnetic impurity.

In order to deal with this situation mathematically it is useful to consider
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Figure 2.3: If there are magnetic impurities spin up and spin down electrons
will not scatter in the same way, and Cooper pairs will be destroyed by the

impurity.

new spinors with 4 components. In real space we define

<

1(7)
(r)
(r)
(r)

r

<

U(r) = (2.85)

<

1
*
T
*
1

<

It is useful to consider this spinor as a tensor product of the electron charge

and spin variables:

U(r) = . 2.86
M P R (250

Operators are 4 x4 matrices, but again it is useful to consider tensor products.

An operator which only operates on the electron spin will have the form
To ® 0, (2.87)

where 7y is the identity operator in the charge Hilbert space, and o is some

general 2 X 2 matrix which operates in the spin Hilbert space. We shall
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use the notation 7; for the Pauli matrices operating in the charge Hilbert
space, and o; for the Pauli matrices operating in the spin Hilbert space. If

we Fourier transform U(r) we get
Uy, = ® : (2.88)

A Cooper pair in a spin singlet state is created by
In terms of the new spinors this can be written

.
E\I;k(7+ ® O—Q)II],]{/. (290)

We can also rewrite the interaction term using these operators. We get

Ckk’ =

g

1 Z \IJ;;/_q(ﬁ_ & Ug)q/k/ \Ij;::-&-q(T— &® Ug)q/k. (2.91)

kk'q
The procedure for evaluating the Green functions, and the gap is almost

identical to the Nambu procedure of section (2.3.1). After the Hubbard

Stratonovic transformation
g "
Ag— A+ B) Z\Dlwq(T* ® 02) Wy,
&

* * g *
Ab— A+ 2 Xk: Uiy (T4 @ 02) W, (2.92)

the effective Lagrangian becomes

A*A 1 0
LT T,AA) = =) —1 4 =y U (To ®0opg5- — T3 ®<70§k> Uy
T 9 2 or
1 > R
+§ Z Aq . \P2+q(7— ® 0—2)\11167 (293)
kq

where &q = (ImA,, ReA,,0) is a vector in the x — y plane of 7-space. Note

that gauge transformations amounts to rotations around the z-axis in this
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space. For simplicity we shall in the following chose the gauge so that Ais
along the y-axis. Assuming we have only a ¢ = 0,ip,, = 0 component of A

we get the inverse of the unperturbed Green function
Q,m_l :ipnT0®Uo—fkT3®Uo+AT2®02, (294)

which is easily inverted to give

iPnTo @ 00 + T3 @ 09 — ATy @ 09

G = : 2.95
: (o) — G~ 2 299
Normal potential scattering is written as
Lot = 50 S VP (@ 00) U, (2.96)
kq,i

whereas magnetic impurity scattering has the form

'Cmag — Z Vm 1q-R;

kq i
\I/k+q (Sm(Tg ® 0'1) + S;(Tg &® 0'2) + 52(7'3 ® 0'3)) \I/k (297)
We shall assume in the following that the impurities are randomly distributed
with at uniform distribution function. Likewise the impurity spins have ran-

dom and uncorrelated directions so that

S(S+1)

(SLS%) = 0ij0ap- (2.98)

The self energy due to impurity scattering is to lowest non-vanishing order

S+1

‘i‘(TO ® 02)gk+q(70 ® 02) + (13 ® 03)Q£+q(7'3 ® 03)) +
O IVEP (s © 00)GE (73 © 00). (2.99)
q

|Vm| ((7'3 ® 01)92+q(73 ® 01)

Inserting G and doing the tensor algebra — paying careful attention to

signs — we obtain
p 2 S(5+1) 2) iPnTo ® 00 + T3 ® 0
Yin = — Ve, — V"
k % Z { (i k—k | + 4 | k—k i (Z-pn)z . 5}%/ _ Az
ATQ ® (o) }

1% ,2> ,
Vil (ipn)? — & —

o6

S(S +1)

+ <!V;§’_M2 - (2.100)



We see that G=! = G°~! — ¥ has the same structure as G°~!. We can there-
fore apply the selfconsistent Born approximation in the same straightforward
way as in the potential-impurities-only case. If we call the self consistent fre-

quency variable 2, and the self consistent gap A, G is written

G — Zn(To ® 00) +ik(73 ? 002 2_ An(72 @ 02)' (2.101)

and we arrive at the self consistency equations

S p o2, SIS 2 Zn
and
S(S+1) A,

A,=n-L <|V,§’_,€,|2 — (2.103)

Vit | =————
) g

The k-sums can be performed the same way as the similar sums in the non-

magnetic impurity case from Eq. (2.81). Introducing now two relaxation

times
1 pNQ) rd (e SE+D)
e = <|V| + 2= (2.104)
1 pN(O) [d (o S(S+1)
~ = /47T (yvy V), (2.105)

where the scattering matrix elements are evaluated for the involved momenta
at the Fermi surface. Using this and performing the remaining energy inte-

grals like in the non-magnetic case, we get the final selfconsistency equations.

Zn = Zpnt ———— (2.106)
27 A% _ 27%

. 1 A,

A, = AN ———— (2.107)

where we write z, = ip,. These equations are solved by first forming an

Zn

equation for the quantity u, = £=:

(2.108)



where v = (27,A)7! and u® = 2,/A. The effective scattering time 7, is

defined by

1 1 1
—=———. (2.109)
Ts T2
Critical temperature
The gap equation becomes
A = LY T {G(no )
6 n,k
- Iy Ay
Blion —Z+ G+ A7
29N
- Z / . (2.110)
_32 +§2 + A2

In this equation we replace gN(0) by In (”kBTOC), where Tj. is the critical
temperature without the impurities (see Eq. (2.65)), and subtract the math-
ematical identity from Eq. (2.67) to obtain

2kgT wp A, A
In(T/Th.) = =5 Z/O dg(_~ _ —_22+§2>. (2.111)

2+ 2+ A2

The integrand tends to zero very rapidly as a function of £, so we can extend
upper limit of the integral to infinity, and carry out the integrals exactly to

get

In(T/Tp.) = ”’ZBT > ( NA” - A) . (2.112)

JAzZ — 52 a3

The first term in this expression we recognize as (1 — u2)~"/2, which is de-
termined by Eq. (2.108). We are interested in determining the critical tem-
perature, and close to that the order parameter A is very small, so that the
term u? in (2.108) — defined as ip, /A — is very large. In this limit (2.108)

can be solved, and the solution is
Uy A2 ipp /A + i7y. (2.113)
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Figure 2.4: Critical temperature T,./T,y as a function of spin scattering tem-

perature T /T,.

The n-sum can now be performed. Using formula 8.363.3 from Gradshteyn

and Ryzhik we get

In(T/Tp.) = (1 ; O‘) — (%) : (2.114)

where o = y3A/m = (2n7.kpT)™! = T,/T, where a “spin scattering tem-
perature” T, = (2r7,kp)~" has been introduced. 1 (z) is the logarithmic
derivative of the gamma-function. It is now a simple matter to solve (2.114).
In the figure T, /T, is plotted as a function of the spin scattering temperature
Ts/Toc-

With to spin scattering, i. e. Ty, = 0, we recover the BCS-critical temper-
ature Tj.. Superconductivity vanishes altogether when the spin scattering
becomes to strong. The critical spin scattering can be determined from
(2.114) using applying the approximation 1 (x) ~ Inz for x > 1. We obtain
for T larger than T, where

T = 2e¥W2 T = 0.2807 T, (2.115)

there is no superconductivity.
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Excitations

In standard BCS superconductors, the order parameter A is also the size
of the gap of electronic excitations. This no longer will be the case when
magnetic scatterers are introduced. The spectrum of electronic excitations

can be obtained from the regular part of the Green function. We have
1
A(w) = —;ImTr {Gk(10 ® 00) } |ipp—wtin- (2.116)

Inserting the solution from Eq. (2.101) we get

4 Zn
)= tm
™G+ AR -2

(2.117)

ipp—w—+in
To get the total spectral function for the superconducting electronic system

we sum over k:

n n lip,—w—in
4 Zn
= —Im / € 5
m 5 + An — Zn ipn—w—in
= 4Im ~Zn
A2 _ 32
n " pn,—w—in
= 4Im _ Un
v 1I—u2| _
ipn—w—in
0
= 4qm
’Y iPp—w—1in
4
= — Imun |ipn—>w—in7 (2118)
Y

where we have used, that u = w/A is real. So, this remarkably simple

0

., l.e. for a given energy w, we shall

result says, that we for a given real u
seek imaginary solutions to the equation in Eq. (2.108). In the figure the re-
sulting spectral functions are plotted for various values of the spin scattering

parameter, v = (27,A) 71
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Figure 2.5: Total electronic spectral function for y=0.01, 0.2, 1.0, 1.5

What we discover is, that for v > 1 the gap in the excitation spectrum

vanishes. We thus have gapless superconductivity.
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Note 3
High-T . superconductivity

The previous section discussed some basic facts about superconductivity.
Here we shall introduce the physics of the high-T. superconductivity, as it is
found the in the copper-oxide materials. To this day (more than 12 years after
the discovery) no agreed upon theory for the phenomena of these materials
has emerged.

The materials have one chemical and structural feature in common, namely
that they all contain one or more layers of copper-oxide CuO,. We will as-
sume, that only the property of these layers are important. By simple valence
counting one can determine the number of electrons in these layers. E.g. in
Lay_,Ba,CuO,4. The valency of La is +3, for Ba it is +2, and for O it is
—2. To ensure charge neutrality the charge of Cu must be 2 + x, i.e. the
Cu atoms have given up 2 4 x electrons, meaning that the “naive” electronic
configuration is [Ar]d®~®. Now, most solid state physicist would say, that
this is indeed a very naive way of thinking about the electrons in a solid. We
all “know”, that electrons occupy Bloch states, and that the charge density
is to be calculated from these Bloch states in the occupied part of the band-
structure. If one does that, e.g. in the undoped case x = 0 one finds that
Lay,CuOy is a metal with a quite large Fermi surface. This, however, is in

stark contrast to what is observed: The stoichiometric (undoped) material is
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an insulator, with a large bandgap! Furthermore at temperatures below ca.
250 K it exhibit magnetic order.

So, something is very wrong with the textbook solid state picture of these
copper-oxides. This is not the big mystery of high-T. superconductivity.
Actually the phenomenon has been known since the 30’ties where Rudolf
Peierls gave the explanation. Later Nevill Mott worked out further details,
and now the phenomenon carries his name, and the insulating state is called
a Mott insulator.

The basic thing that has been forgotten in the bandpicture, is that elec-
trons interact — being negatively charged they repel each other. Usually
this is not so important, since the kinetic energy of electrons as measured
by the bandwidth, is much larger than the repulsive interaction energy can
be treated in mean field theory (like Hartree-Fock), and the interaction only
“renormalize” the electrons, by e.g. making the electrons a little heavier.
In the case of copper-oxide the electrons with the lowest binding energy are
d-electrons of Cu. Due to the smaller spatial extent of d-orbitals, the energy
bands are much narrower, and the repulsive interaction among d-electrons is
much more important. Let us follow Mott, and illustrate what can happen
in this situation:

Consider a simple quadratic array of atoms each with only one atomic
state. An electron can hop from atom to atom, and each atom can accom-
modate at most two (due to spin) electrons. Assume first, that the electrons
do not interact. In this case the simple bandstructure theory is exact. If we

set the atomic energy to be zero, then the band energies will be
€ = —2t cos(ka), (3.1)

where t is the hopping matrix element, and «a is the lattice parameter. Half
of the states actually have energies less than the atomic energy (=0). This

is the source of metallic binding.
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The electrons occupy Bloch states, and the total many body wavefunction
is a Slater-determinant constructed out of the NV lowest energy band states
— N being the number of electrons in the system. If we further assume, that
on the average each atom has one electron, then we are in the half-filled band
case. In this situation it is a simple exercise to calculate the probability of

finding 0, 1 or 2 electrons on a given atom. The result is (Show that!)

SESECECESEONG
SHORCECESHONS
0 @ o e 0 C
©@ @ 0 0 0o
0 ® 0o 0o
SECHORCECECNS
O 0O o ooue .

This means, that on the average 25% of the atoms have no electrons and
25 % have 2 electrons on them. These are large charge fluctuations! If the
electrons were indeed charged, then it would cost quite a lot of Coulomb
energy to have such charge fluctuations. It we now instead take the opposite
limit, where we neglect the electron hopping, given by ¢, and only consider
the electron repulsion, still in the situation of one electron pr. atom on
the average. What quantum state would then have the lowest energy? If
two electrons are on the same atom, they would feel a strong repulsion, and
usually the energy cost of bringing the two electrons from two different atoms
to the same atom is called U — the Hubbard U. The state with the lowest

energy will obviously be a state, where there is exactly 1 electron pr. atom.
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In order to satisfy the Pauli principle, this will be a Slater determinant, made

of localized states — one for each atom.

SESECERCESEONS
SESCHCECESNGCES
0 Qo000 oo
O @ 00 0o oo
0 00 oo
SECESECECHGNS
0 C oo oo

The excited states in this limit are states, where a few of the atoms have
two electrons, and equal number of atoms are empty of electrons. If the state
has n empty atoms the state will have an energy nU.

In the real world we cannot set the hopping matrix element ¢ equal to
zero. Let us start in the above state with exactly 1 electron on each atom.
Allow now one of these electrons to hop through the lattice. With all the
rest of the electrons being frozen in their place, this hopping electron will

feel a total energy landscape, something like in this figure:
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Overall the potential is rather flat, but on the atom, from where the
electron originated, there is a potential minimum with a depth of order U.
Now, there is a possibility, that the potential well is sufficiently deep, that a
bound state is formed. For this to happen, U has to be largen than a critical
U. which will depend on the hopping matrix element t. So for U > U, it is
energetically favorable for the electron to occupy the bound state, and hence
be essentially localized at the atom. All the other electrons feel the same
way, and the total system will be in a state where all electrons are bound
— one to each atom in the lattice. We see, that the competition between
repulsion, U, and kinetic energy, ¢, will result in a metal-insulator transition.
For U > U, the electrons are localized, and the system is insulating, with an
energy gap given by the energy it takes to knock the electron out of its bound
state. For U < U, the electrons are free to move throughout the lattice, and
hence the state overall state is metallic.

Several complications add to this simple picture. Two things are impor-
tant. First, the electrons have spin, and second, the number of electrons
need not be equal to the number of atoms, as e.g. is the case for the doped
copper-oxides. Let us first consider spin. The Mott insulating state, where

each electron is localized on an atom is extremely degenerate, because the
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spin state of the localized electron can be either up or down (with respect
to an arbitrarily chosen axis). This gives an overall degeneracy of 2. This
astronomical degeneracy will be lifted when the hopping matrix element ¢
is taken into account. The simple argument is the following. Consider 2
electrons with spin, one on each of two atomic states. First assume, that the
two spins are parallel. If we now allow the electrons to hop, then nothing
will happen. If an electron were to hop, it would result in a state with two
electrons on the same atom with in the same spin state — which is forbidden
by the Pauli principle. If on the other hand the two spins were opposite, then
hopping will be allowed. One electron could hop, creating temporarily an ex-
cited state with a doubly occupied atom (of energy U), and an empty atom.
After a short while (given by A/U) an electron will hop to the empty atom,
giving a state identical to the original or a state, where the two spins has been
exchanged. The energy gained by this process is called superexchange, it is
denoted J and is given by 4¢*/U. This energy is only available if the spins
were antiparallel. It is therefore no surprise, that the overall groundstate of
the Mott insulator will have antiferromagnetic order, i.e. every other spin

will be “up” and every other spin will be “down” as in the figure:
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If this antiferromagnetic insulating state is doped, e.g. by taking out
a number of electrons in the lattice. The hole can now travel through the
system, leaving behind a string of overturned spins. This will cost energy, but
taking into account the processes whereby neighboring spins can exchange
their spins, this cost can be lowered, leaving the hole free to move. It is now
an experimental fact, that these mobile holes will be superconducting, for
sufficiently low temperature — which after all is high by normal standards of
superconductivity. The overall (experimental) phasediagram looks something

as follows.
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Antiferromagnet

Strange metal

Superconductor

X

Temperature is along the y-axis and doping, i.e. the number of holes pr.
atom is along the x — axis. For very low doping levels the system is in an
antiferromagnetic insulating state. The critical temperature for supercon-
ductivity, 7., depends on x — it has a maximum for x =~ 0.15. Below this
optimum z we call the system underdoped above it overdoped. For temper-
atures above the T, the system is metallic, although a quite strange metal.
Transport properties in this part of the phasediagram is not at all well de-
scribed by the standard Fermi liquid theory as you have learned it from the
standard texts.

In these notes we are not going to discuss the metallic state very much. We
shall concentrate on the ordered states, and see how these can be described
using the methods of these notes, and a new intriguing idea put forward by
Zhang a few years ago. In order to appreciate Zhang’s idea it is necessary
to discuss in general, what is called non-linear o models. Such models are
used many places in many body physics, from nuclear and particle physics
to solid state physics, and they are worth a study in their own right.

Let me finally note, that you may feel uncomfortable by applying Mott’s
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idea of an insulating half-filled band to the copper-oxides. Keep in mind
though, that when x is zero, each copper atom is on the average in a d”
configuration, i.e. with one d-hole pr. atom. It is these d-holes which plays
the role of Mott’s electrons, and which are localized, one on each atom, in
the insulating state. Also a d” configuration is a spin 1/2 system, so in fact
Mott’s simple picture does apply in the somewhat more complicated situation

of the copper-oxides.

3.0.4 The Hubbard model

In order to formalize Mott’s ideas, Hubbard in the early 60’ies introduced
the following simple model, who most people believe captures the essential
physics of the high-T. superconductors. It is defined by the Hamiltonian
H=—t Z czocjg + UZnilniT. (3.2)
(i.j)o i
The first term describe electron hopping. The notation (7, j) denotes nearest
neighbor pairs. The second term accounts for the electron repulsion. It is
only non-zero if 2 electrons are at the same site, in which case the energy
goes up by an amount U. At first glance this Hamiltonian does not seem to
be invariant under spin rotations. After all the U-term depends on a chosen
spin quantization axis. In reality the Hamiltonian ¢s invariant under spin
rotations, and we shall now rewrite it, so that this becomes obvious.
First let us introduce spin operators. Consider a site ¢ with one electron.

The three operators
- 1
Si = 5 E C},‘LUO_:UJ’CiUH (33)

o0’

where & are the three Pauli matrices. It is easy to show — using the anti-
commutators of the Fermi operators, that these operators in fact satisfy the

standard spin commutators:
1S5, Si1 =57, ... (3.4)
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From the general theory of rotations we know that these operators are the

generators of rotations in spin space. Often it is more convenient to use

cj-T Ciy for +

S =857 +5¢ = (3.5)

c}l Cit for -

Consider the square of the length of the spin operator, which is obviously

invariant under spin rotations
a2 1 + Q— - Q+ z Qz

3 3
= —§n,¢nil + Z(n” + nil) (36)

The very last term is just the total number of electrons on site ¢ and if we

now sum over all sites we get
2U 5 U

where NN is the total number of electrons, which is conserved. We thus see,
that the Coulomb repulsion term is indeed invariant under spin rotations,
and that it is conveniently expressed in terms of the spin operators.

We shall use the by now standard procedure of decomposing the inter-
action term and apply the Hubbard-Stratonovich transformation. Since we
expect — from experiments, physical intuition, numerical simulations, or
whatever — that the system will exhibit antiferromagnetic order at low tem-
peratures, it is natural to split the interaction term in the form of spin oper-

ators just derived. So, let us introduce a vector field n7; and write
1 = /Dw—”beifvch%Zirﬁi2
- / Drtie! 4% Eu i eioPaareir)” (3.8)
Inserting this in the generalized partition function we get
7 = / D(c*e) / Diie’ Jo drEess(eem) (3.9)
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where the effective Lagrangian is given by

Leps(c”,c, chg < &:) Cho (3.10)
+% > 1 G CiyCior + . Zm

ioo’

The next would now be to integrate out the electron variables ¢ and ¢;
and derive an effective action for the vector field m;, from which the ground
state spin configuration and the low-energy excitations spin excitations can
be derived. It is, however of some interest to first discuss the electronic
spectrum in the presence of a fixed classical spin field m;, and then later
discuss what criteria need to be satisfied for such a field to exist. So, assume
that m; = (—1)*mgé, where (—1)* is a shorthand notation for the function,
which is +1 for every other lattice site (i.e. on what is usually called sublattice
A) and —1 on all the other sites (on sublattice B). It can also conveniently

i

— (iQR

be represented as (—1) + with the wavevector Q = (7, 7)/a. myg is
the strength of antiferromagnetic ordering, to be determined later, and € is
a unit vector which determines the direction of the ordered spins. Since we
have overall spin rotation symmetry nothing should depend on this direction,
and in the following we will arbitrarily chose € to be along the z-axis. In this

case the Lagrangian is given by

L = Zc,w< &) Cho (3.11)

2Um?2
—_— Zsugn c +Cio + %N
A R ) . 0
= %U: Cko Za — &k | Cro + Ck+Qo ZE = &kt | ChiqQo
+ sign(o)(chyCrtqo + Ck+Qnga)} . (3.12)

A number of things have happened in the last equality sign. First the Bril-

lioun zone has been cut in half (see the figure), and the primed sum >} is
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over this smaller zone. The rest of the points in the full zone can be reached

by adding the wavevector (). Such terms are now written explicitly.

It is now useful to introduce a new spinor, which will make calculations
easier and — more importantly — show new structures of the theory, which
will teach us deep things about the connection between magnetism and su-

perconductivity. More about that later. Define

U= | % . (3.13)

Ck+Qo
Operators on such (AF-)spinors are 2 x 2 matrices. These we shall expand
on the Pauli-matrices. In order not to confuse these with the Pauli-matrices
used in spin space, we will denote the matrices operating on the AF-spinors

by 71, 72 and 73. The Lagrangian (3.11) now takes the form:
9
E = Z’\I}ZU (la— — fk — 5kT3 —|— AUT1> \I/]w, (314)
ko T

where we have introduced

& = (& +&10)/2, ok = (& — k@) /2, A, = QUgmosign(a). (3.15)

If we now specialize to the Matsubara time contour and introduce the Mat-

subara frequencies, p,, = %(Qn + 1), we get the action

S(\If*, ‘I’) = g Z ’Wza(ipn)(ipn - ék — 073 + Ao—ﬁ)‘lfka(ipn)

kon
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= B U (ipn)Gro(ipn) " ke ipn), (3.16)

kon

from where we can get the propagator

an — ék + (SkTg — AUTI
(ipn — &)* — Ef

B, = /62 + A2, (3.18)

The poles of the propagator tell us about the quasiparticle energies. Remem-

gka(ipn) = (317)

where

bering, that the bandstructure for a simple 2-dimensional array of atoms we

are considering is given by
& = —2t(cos(kza) + cos(kya)) — p, (3.19)

we first note, that & = —pu and &, = —2t(cos(k,a) + cos(kya)). The quasi-

particle energies then become
ipn = £E, — . (3.20)

There are two bands, and these are separated by a bandgap given by |A,| =

2U—3m. A plot of the bands along the line from the origin to @ looks as follows

The minimal gap in the Brillouin zone is located at points where J; is
zero. It is a simple exercise to show that this is given by the boundary of the

reduced Brillouin zone (drawn in gray in the above figure). The two bands

4



are called the upper and lower Hubbard bands respectively. If the chemical
potential 1 happen to lie in the gap then the system is in the Mott insulating

state.
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