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Basic concepts






Chapter 1

Geometry of Lattices and X-Ray
Diffraction

In this Chapter the general static properties of crystals, as well as possibilities to observe
crystal structures, are reviewed. We emphasize basic principles of the crystal structure
description. More detailed information can be obtained, e.g., from the books [1, @, 5.

1.1 Periodicity: Crystal Structures

Most of solid materials possess crystalline structure that means spatial periodicity or trans-
lation symmetry. All the lattice can be obtained by repetition of a building block called
basis. We assume that there are 3 non-coplanar vectors a;, as, and ag that leave all the
properties of the crystal unchanged after the shift as a whole by any of those vectors. As
a result, any lattice point R’ could be obtained from another point R as

R’ = R + mja; + meay + msas (1.1)

where m,; are integers. Such a lattice of building blocks is called the Bravais lattice. The
crystal structure could be understood by the combination of the propertied of the building
block (basis) and of the Bravais lattice. Note that

e There is no unique way to choose a;. We choose a; as shortest period of the lattice,
a, as the shortest period not parallel to a;, ag as the shortest period not coplanar to
a; and as.

e Vectors a; chosen in such a way are called primitive.
e The volume cell enclosed by the primitive vectors is called the primitive unit cell.

e The volume of the primitive cell is Vy

VO = (a1 [8.28.3]> (12)
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The natural way to describe a crystal structure is a set of point group operations which
involve operations applied around a point of the lattice. We shall see that symmetry pro-
vide important restrictions upon vibration and electron properties (in particular, spectrum
degeneracy). Usually are discussed:

Rotation, C,: Rotation by an angle 27 /n about the specified axis. There are restrictions
for n. Indeed, if a is the lattice constant, the quantity b = a + 2acos¢ (see Fig. [L.1)
Consequently, cos ¢ = i/2 where i is integer.

B b B’

44— 01— 4+—— 21— 4——1—>
C A A D

Figure 1.1: On the determination of rotation symmetry

Inversion, I: Transformation r — —r, fixed point is selected as origin (lack of inversion
symmetry may lead to piezoelectricity);

Reflection, o: Reflection across a plane;

Improper Rotation, S,: Rotation C,,, followed by reflection in the plane normal to the
rotation axis.

Examples

Now we discuss few examples of the lattices.

One-Dimensional Lattices - Chains

a
————
—O0—0—0—0—0—0—
7z
———.——u_._.’.
—0—0—0—0—0-—0—
R
—O0——O0—0—C0—0—
/2

Figure 1.2: One dimensional lattices

1D chains are shown in Fig. [[.3. We have only 1 translation vector |a;| = a, Vy = a.



1.1. PERIODICITY: CRYSTAL STRUCTURES

White and black circles are the atoms of different kind. a is a primitive lattice with one
atom in a primitive cell; b and ¢ are composite lattice with two atoms in a cell.

Two-Dimensional Lattices

The are 5 basic classes of 2D lattices (see Fig. [[.3)

{a} A general chllique lattice
llt:.i;l.h:hnd#mh:

irary
a, :
4 5
[ ]
- ' -
- L]
(b} Square Luitice {c) Hexsponsl lattice
by I Lo b0 = B lay Il I, = THF
a & >
a
¥ ] Q ol
®2
. &
L] L]
(dy Reclangular lamjes iz} Centered rectanpular lattice;
Ly 1 lapliy = 9P #xed are shown an bath the
prmibve cell and for the
rectangular unteell, for
which by I = g Eds 50 ¢

Figure 1.3: The five classes of 2D lattices (from the book [4]).
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Three-Dimensional Lattices

There are 14 types of lattices in 3 dimensions. Several primitive cells is shown in Fig. [[4.
The types of lattices differ by the relations between the lengths a; and the angles «;.

gt

triclinic
I b

..r- 1 .i"’ I

#---d- |

]

’ — i 12

: . o b

o . S T |
Rt -
hexagonal cubic

Figure 1.4: Types of 3D lattices

We will concentrate on cubic lattices which are very important for many materials.

Cubic and Hexagonal Lattices. Some primitive lattices are shown in Fig. [L5. a,
b, end ¢ show cubic lattices. a is the simple cubic lattice (1 atom per primitive cell),
b is the body centered cubic lattice (1/8 x 8 + 1 = 2 atoms), c¢ is face-centered lattice
(1/8 x 84+ 1/2 x 6 = 4 atoms). The part ¢ of the Fig. [[.§ shows hexagonal cell.
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us uj : IIE#{
& 4
=~V VY RN
a,

Figure 1.5: Primitive lattices

We shall see that discrimination between simple and complex lattices is important, say,
in analysis of lattice vibrations.

The Wigner-Zeitz cell

As we have mentioned, the procedure of choose of the elementary cell is not unique and
sometimes an arbitrary cell does not reflect the symmetry of the lattice (see, e. g., Fig. [[.,
and [[.7 where specific choices for cubic lattices are shown). There is a very convenient

Figure 1.6: Primitive vectors for bee (left panel) and (right panel) lattices.

procedure to choose the cell which reflects the symmetry of the lattice. The procedure is
as follows:

1. Draw lines connecting a given lattice point to all neighboring points.

2. Draw bisecting lines (or planes) to the previous lines.
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Figure 1.7: More symmetric choice of lattice vectors for bee lattice.

The procedure is outlined in Fig. [.§. For complex lattices such a procedure should be
done for one of simple sublattices. We shall come back to this procedure later analyzing
electron band structure.

Figure 1.8: To the determination of Wigner-Zeitz cell.

1.2 The Reciprocal Lattice

The crystal periodicity leads to many important consequences. Namely, all the properties,
say electrostatic potential V| are periodic

V(r)=V(r+an), a,=mai+nas+na;. (1.3)
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It implies the Fourier transform. Usually the oblique co-ordinate system is introduced, the
axes being directed along a;. If we denote co-ordinates as &, having periods a, we get

v = S %mwmkmzmﬂ- (1.4)

S

k1,k2,ks=—00

Then we can return to Cartesian co-ordinates by the transform

& = Zaikl’k (1.5)
k

Finally we get

V(r) = Z Vipe'™™ (1.6)

From the condition of periodicity ([[.3) we get

V(r+ap) =Y Ve, (1.7)
b
We see that e®@» should be equal to 1, that could be met at
ba; = 2ng;, bay =271¢,, baz=27g; (1.8)
where g; are integers. It could be shown (see Problem [I.4) that
bg =b = gib; + g2bs + g3bs (1.9)
where
b, — QW[)z;ja;z,L by — 2%[):;2&1]7 by — 27?[;;:12] . (1.10)
It is easy to show that scalar products
a;b, =270, . (1.11)

Vectors by, are called the basic vectors of the reciprocal lattice. Consequently, one can con-
struct reciprocal lattice using those vectors, the elementary cell volume being (b [bs, bs]) =

(271')3/1}0.

Reciprocal Lattices for Cubic Lattices. Simple cubic lattice (sc) has simple cubic

reciprocal lattice with the vectors’ lengths b; = 27/a;. Now we demonstrate the general

procedure using as examples body centered (bcc) and face centered (fcc) cubic lattices.
First we write lattice vectors for bcc as

a

o= Sytaox),
a

A = §(Z+X_y)7
a

a; = §(X+y—z)

(1.12)
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where unit vectors x, y, z are introduced (see Fig.[[.7). The volume of the cell is Vy = a®/2.
Making use of the definition ([[.I0) we get

2

b, = —
1 a(y+z))
2T
by, = —
2 a(Z+X>,
2T
b, = F(XJFY)

(1.13)

One can see from right panel of Fig. [.G that they form a face-centered cubic lattice. So
we can get the Wigner-Zeitz cell for bee reciprocal lattice (later we

shall see that this cell bounds the 1st Brillouin zone for vibration and electron spec-
trum). It is shown in Fig. [[.9 (left panel) . In a very similar way one can show that bcc
lattice is the reciprocal to the fcc one. The corresponding Wigner-Zeitz cell is shown in the
right panel of Fig. [[.9.

Figure 1.9: The Wigner-Zeitz cell for the bee (left panel) and for the fee (right panel)
lattices.

1.3 X-Ray Diffraction in Periodic Structures

The Laue Condition

Consider a plane wave described as

F(r) = Foexp(ikr — wt) (1.14)
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which acts upon a periodic structure. Each atom placed at the point p produces a scattered

spherical wave
eikr eikpei(k'r—wt)

Foo(r) = fF(p)—— = fFo—"—— (1.15)
where 7 = R — pcos(p,R), R being the detector’s position (see Fig. [.I0) Then, we

N

DETECTOR

Figure 1.10: Geometry of scattering by a periodic atomic structure.

assume R > p and consequently r ~ R; we replace r by R in the denominator of Eq.
(L.15). Unfortunately, the phase needs more exact treatment:

kp+ kr =kp+ kR — kpcos(p,R). (1.16)

Now we can replace kp cos(p, R) by k’p where k' is the scattered vector in the direction of
R. Finally, the phase equal to

kR — pAk, Ak =k K.

Now we can sum the contributions of all the atoms
ei(kawt)

PulR) = 3 Joy (P ) (01,80 (117)

m?”?p

If all the scattering factors f,, », are equal the only phase factors are important, and strong
diffraction takes place at

P p Ak = 20 (1.18)

with integer n. The condition ([.18) is just the same as the definition of the reciprocal
vectors. So, scattering is strong if the transferred momentum proportional to the reciprocal
lattice factor. Note that the Laue condition ([[.I§) is just the same as the famous Bragg
condition of strong light scattering by periodic gratings.
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Role of Disorder

The scattering intensity is proportional to the amplitude squared. For G = Ak where G
is the reciprocal lattice vector we get
. | Z e—iGRi
i

I,. |Zez’GRi
Leoc | 14 ) (CRR| (1.20)

i g
The first term is equal to the total number of sites /N, while the second includes correlation.
If

(1.19)

or

the second term is N(N — 1) ~ N2 and
I, o< N2,

If the arrangement is random all the phases cancel and the second term cancels. In this
case
I, x N

and it is angular independent.
Let us discuss the role of a weak disorder where

R; = R} + AR,
where AR, is small time-independent variation. Let us also introduce
AR;; = AR; — AR,;.
In the vicinity of the diffraction maximum we can also write
G =G"+ AG.
Using ([.20) and neglecting the terms o< N we get

I(Go+ AG) Z” exp [Z (GOARU + AGR% + AGARij)} (1.22)
ISC(GO) Zi,j exp [ZGOARU] . .

So we see that there is a finite width of the scattering pattern which is called rocking curve,
the width being the characteristics of the amount of disorder.

Another source of disorder is a finite size of the sample (important for small semicon-
ductor samples). To get an impression let us consider a chain of N atoms separated by a
distance a. We get

N—-1 .. 9
. NaAk/2)
> AR)[? o S0 . 1.23
| —~ exp(inaAk)[” o« sin2(aAk/2) ( )

This function has maxima at aAk = 2mn equal to N? (I'Hopital’s rule) the width being
AK'a =276/N (see Problem [1.4).
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Scattering factor f,,,,

Now we come to the situation with complex lattices where there are more than 1 atoms
per basis. To discuss this case we introduce

e The co-ordinate p,,,, of the initial point of unit cell (see Fig. [[.T1)).

e The co-ordinate p; for the position of jth atom in the unit cell.

Figure 1.11: Scattering from a crystal with more than one atom per basis.

Coming back to our derivation ([[.17)
(kR wt)

F.(R)=Fo——— 33 fyexp [<i(p,, + p)AK] (1.24)

mn,p j

where f; is in general different for different atoms in the cell. Now we can extract the sum
over the cell for Ak = G which is called the structure factor:

Zf]exp ij } (1.25)

The first sum is just the same as the result for the one-atom lattice. So, we come to the
rule

e The X-ray pattern can be obtained by the product of the result for lattice sites times
the structure factor.



14 CHAPTER 1. GEOMETRY OF LATTICES ...

Figure 1.12: The two-atomic structure of inter-penetrating fcc lattices.

[

The Diamond and Zinc-Blend Lattices|Example: The Diamond and Zinc-Blend Lattices

To make a simple example we discuss the lattices with a two-atom basis (see Fig. [.12)
which are important for semiconductor crystals. The co-ordinates of two basis atoms are
(000) and (a/4)(111), so we have 2 inter-penetrating fcc lattices shifted by a distance
(a/4)(111) along the body diagonal. If atoms are identical, the structure is called the
diamond structure (elementary semiconductors: Si, Ge, and C). It the atoms are different,
it is called the zinc-blend structure (GaAs, AlAs, and CdS).

For the diamond structure

pp = 0
py = Z(x+y+z). (1.26)

We also have introduced the reciprocal vectors (see Problem [1.7)

2

b, = %(—x+y+z),
2

by = (-y+z+x),

27
b; = ?(—Z+X+Y),

the general reciprocal vector being
G = n1b1 + n2b2 + ngbg.

Consequently,
Sa=1f (1 + exp [%(nl + Ny —l—ng)}) .
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It is equal to

2f, ni+ny +nz = 4k;
0, n1+n2—|—n3:2(2k3—|—1)

So, the diamond lattice has some spots missing in comparison with the fcc lattice.

In the zinc-blend structure the atomic factors f; are different and we should come to
more understanding what do they mean. Namely, for X-rays they are due to Coulomb
charge density and are proportional to the Fourier components of local charge densities.

In this case one has instead of ([[.27)

Ji+ fa, ny + ng + ng = 4k;
Sa=| (fi£ifs), mi+ny+n3=02k+1); (1.28)
fi—foy  mitnatnz=202k+1).

We see that one can extract a lot of information on the structure from X-ray scattering.

Experimental Methods

Her we review few most important experimental methods to study scattering. Most of
them are based on the simple geometrical Fwald construction (see Fig. [[.13) for the vectors
satisfying the Laue condition. The prescription is as follows. We draw the reciprocal lattice

Figure 1.13: The Ewald construction.

(RL) and then an incident vector k, k = 27/Ax starting at the RL point. Using the tip
as a center we draw a sphere. The scattered vector k’ is determined as in Fig. [.13, the
intensity being proportional to Sg.
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The Laue Method

Both the positions of the crystal and the detector are fized, a broad X-ray spectrum (from
Ao to Ap is used). So, it is possible to find diffraction peaks according to the Ewald picture.

This method is mainly used to determine the orientation of a single crystal with a
known structure.

The Rotating Crystal Method

The crystal is placed in a holder, which can rotate with a high precision. The X-ray
source is fixed and monochromatic. At some angle the Bragg conditions are met and the
diffraction takes place. In the Ewald picture it means the rotating of reciprocal basis
vectors. As long as the X-ray wave vector is not too small one can find the intersection
with the Ewald sphere at some angles.

The Powder or Debye-Scherrer Method

This method is very useful for powders or microcrystallites. The sample is fixed and the
pattern is recorded on a film strip (see Fig. [.14) According to the Laue condition,

\MJ Ak =2k Sin 972

Incident beun

k

Film

Figure 1.14: The powder method.

Ak = 2ksin(¢/2) = G.

So one can determine the ratios

sin (%) : sin (%) ...sin <¢WN) =Gy :Gy. .. Gy.

Those ratios could be calculated for a given structure. So one can determine the structure
of an unknown crystal.
Double Crystal Diffraction

This is a very powerful method which uses one very high-quality crystal to produce a beam
acting upon the specimen (see Fig. [.17).
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Ge[111} FIRST CRYSTAL
X-RAY :

SPECIMEN CRYSTAL
counter

Figure 1.15: The double-crystal diffractometer.

When the Bragg angles for two crystals are the same, the narrow diffraction peaks are
observed. This method allows, in particular, study epitaxial layer which are grown on the
substrate.

Temperature Dependent Effects

Now we discuss the role of thermal vibration of the atoms. In fact, the position of an atom
is determined as

p(t) = po + u(t)

where u(t) is the time-dependent displacement due to vibrations. So, we get an extra
phase shift Ak u(t) of the scattered wave. In the experiments, the average over vibrations
is observed (the typical vibration frequency is 10'2 s™!). Since u(t) is small,

(exp(—Aku)) = 1 — i (Aku) — % (Aku)?) + ..

The second item is equal to zero, while the third is

(Aku)?) = S(AR)? ()

(the factor 1/3 comes from geometric average).
Finally, with some amount of cheating [] we get

(exp(—Ak ) ~ exp {—%} .

'We have used the expression 1 — 2 = exp(—x) which in general is not true. Nevertheless there is ezact
theorem (exp(ip)) = exp [— ((¢)?) /2] for any Gaussian fluctuations with (@) = 0.
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Again Ak = G, and we get
I, = Lye @ {w)/3 (1.29)

where [j is the intensity from the perfect lattice with points p,. From the pure classical
considerations,f
(u?) =

where w is the lattice vibrations frequency (103-10'* s71). Thus,

3kpT
mw?

kgTG?
Iy = Iyexp [— = G}.

mw?

(1.30)

According to quantum mechanics, even at zero temperature there are zero-point vibrations

withf
() = 2

C2mw
In this case

hGQ} (1.31)

Isc = [OR €xXp |:_ 2w

where Iyg is the intensity for a rigid classical lattice. For T = O, G = 10°%cm™!, w =

27 - 10" 571, m = 10722 g the exponential factor is 0.997.

It means that vibrations do not destroy the diffraction pattern which can be studied
even at high enough temperatures.

At the present time, many powerful diffraction methods are used, in particular, neutron
diffraction. For low-dimensional structures the method of reflection high energy electron
diffraction (RHEED) is extensively used.

1.4 Problems

1.1. Show that (a;[asas]) = (a3z] ajay]) = (ay[aza]).
1.2. Show that only n =1, 2, 3, 6 are available.
1.3. We have mentioned that primitive vectors are not unique. New vectors can be defined

as
/
a; = § ﬁikalm
k

the sufficient condition for the matrix £ is
det(Bi) = +1. (1.32)

Show that this equality is sufficient.
1.4. Derive the expressions ([.10) for reciprocal lattice vectors.

2(E) = mw? (u?) /2 = 3kpT/2.
3(E) = 3hw/4.
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1.5. Find the reciprocal lattice vectors for fcc lattice.
1.6. Find the width of the scattering peak at the half intensity due to finite size of the
chain with N
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Chapter 2

Lattice Vibrations: Phonons

In this Chapter we consider the dynamic properties of crystal lattice, namely lattice vi-
brations and their consequences. One can find detailed theory in many books, e.g. in

m, 2].

2.1 Interactions Between Atoms in Solids

The reasons to form a crystal from free atoms are manifold, the main principle being
e Keep the charges of the same sign apart
e Keep electrons close to ions
e Keep electron kinetic energy low by quantum mechanical spreading of electrons

To analyze the interaction forces one should develop a full quantum mechanical treat-
ment of the electron motion in the atom (ion) fields, the heavy atoms being considered as
fixed. Consequently, the total energy appears dependent on the atomic configuration as on
external parameters. All the procedure looks very complicated, and we discuss only main
physical principles.

Let us start with the discussion of the nature of repulsive forces. They can be due
both to Coulomb repulsive forces between the ions with the same sign of the charge and
to repulsive forces caused by inter-penetrating of electron shells at low distances. Indeed,
that penetration leads to the increase of kinetic energy due to Pauli principle — the kinetic
energy of Fermi gas increases with its density. The quantum mechanical treatment leads
to the law V' o exp(—R/a) for the repulsive forces at large distances; at intermediate
distances the repulsive potential is usually expressed as

AV(R) = A/R". (2.1)

There are several reasons for atom attraction. Although usually the bonding mecha-
nisms are mixed, 4 types of bonds are specified:

21



22 CHAPTER 2. LATTICE VIBRATIONS: PHONONS

Tonic (or electrostatic) bonding. The physical reason is near complete transfer of the
electron from the anion to the cation. It is important for the alkali crystals NaCl, KI, CsCl,
etc. One can consider the interaction as the Coulomb one for point charges at the lattice
sites. Because the ions at the first co-ordination group have opposite sign in comparison
with the central one the resulting Coulomb interaction is an attraction.

To make very rough estimates we can express the interaction energy as

2 .
e B/p — % for nearest neighbors,

Vi = (2.2)

+o= otherwise
ij

with R;; = Rp;; where p;; represent distances for the lattice sites; e, is the effective charge.
So the total energy is

R/p el
U=1L{(z\e =
(z e aR)

where z is the number of nearest neighbors while

/

+

a = —
iy DU

is the so-called Madelung constant. For a linear chain

1 1
a:2(1—§+§—---) ==2In(1+ 2)|z=1 =2In2.

Typical values of « for 3D lattices are: 1.638 (zinc-blend crystals), 1.748 (NaCl).

Covalent (or homopolar) bonding. This bonding appears at small distances of the
order of atomic length 107® cm. The nature of this bonding is pure quantum mechanical;
it is just the same as bonding in the Hs molecule where the atoms share the two electron
with anti-parallel spins. The covalent bonding is dependent on the electron orbitals, con-
sequently they are directed. For most of semiconductor compounds the bonding is mixed —
it is partly ionic and partly covalent. The table of the ionicity numbers (effective charge)
is given below Covalent bonding depends both on atomic orbital and on the distance — it
exponentially decreases with the distance. At large distances universal attraction forces
appear - van der Waal’s ones.

Van der Waal’s (or dispersive) bonding. The physical reason is the polarization of
electron shells of the atoms and resulting dipole-dipole interaction which behaves as

AV (R) = —B/R". (2.3)

The two names are due i) to the fact that these forces has the same nature as the forces
in real gases which determine their difference with the ideal ones, and ii) because they are
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Crystal | Tonicity
Si 0.0
SiC 0.18
Ge 0.0
ZnSe 0.63
7nS 0.62
CdSe 0.70
InP 0.42
InAs 0.46
InSb 0.32
GaAs 0.31
GaSb 0.36

Table 2.1: Ionicity numbers for semiconductor crystals.

determined by the same parameters as light dispersion. This bonding is typical for inert
gas crystals (Ar, Xe, Cr, molecular crystals). In such crystals the interaction potential is
described by the Lennard-Jones formula

o 12 N
viw =1 | ()"~ ()] 2.4
the equilibrium point where dV/dR = 0 being Ry = 1.090.

Metallic bonding. Metals usually form closed packed fcc, bee, or hep structures where
electrons are shared by all the atoms. The bonding energy is determined by a balance
between the negative energy of Coulomb interaction of electrons and positive ions (this
energy is proportional to €%/a) and positive kinetic energy of electron Fermi gas (which is,
as we will see later, oc n?/3 oc 1/a?).

The most important thing for us is that, irrespective to the nature of the bonding, the
general form of the binding energy is like shown in Fig. 211

2.2 Lattice Vibrations

For small displacement on an atom from its equilibrium position one can expand the
potential energy near its minimal value (see Fig. R.1))

V(R) = V(R + (%)R (R — Ry) +% (%)R (R — Ro)® + +
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Repulsive Energy

. Energy \ Total Energy

Equilibrium I:_m:rmomic Spacing

\\ R, Interatomic Spacing

\ Coulombic
Energy

Bond sharing

Figure 2.1: General form of binding energy.

If we expand the energy near the equilibrium point and denote

2V BV
VY Zeoso0 (EL) =_2v>0
(dRz)RO ’ (dR3)RO i

we get the following expression for the restoring force for a given displacement x = R — R

F = —(i—‘; = —Cz + ya? (2.6)
The force under the limit F' = —C'x is called quasi elastic.

One-Atomic Linear Chain
Dispersion relation

We start with the simplest case of one-atomic linear chain with nearest neighbor interaction
(see Fig. P.2) If one expands the energy near the equilibrium point for the nth atom and

n-7 n !
(+)
e & M & & -
Upnpr. Uy Uper

Figure 2.2: Vibrations of a linear one-atomic chain (displacements).
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use quasi elastic approximation (B.G) he comes to the Newton equation
mii, + C(2uy, — Up—1 — Upy1) = 0. (2.7)

To solve this infinite set of equations let us take into account that the equation does not
change if we shift the system as a whole by the quantity a times an integer. We can fulfill
this condition automatically by searching the solution as

U, = Ae'l1am=t), (2.8)

It is just a plane wave but for the discrete co-ordinate na. Immediately we get (see Prob-

. qa C
= Wm - b m:2 . 2.
w w|sm2| w ”m (2.9)

The expression (2.9) is called the dispersion law. Tt differs from the dispersion relation for
an homogeneous string, w = sq. Another important feature is that if we replace the wave

number ¢ as
2mg

¢—=q=q+—,
a
where ¢ is an integer, the solution (B.§) does not change (because exp(2mi X integer) = 1).
Consequently, it is impossible to discriminate between ¢ and ¢’ and it is natural to choose
the region
T
——Sgs

a

SIS

(2.10)

to represent the dispersion law in the whole g-space. This law is shown in Fig. E.3.
Note that there is the mazimal frequency w,, that corresponds to the minimal wave length

113 S [
a

n|21
|

Figure 2.3: Vibrations of a linear one-atomic chain (spectrum).

Amin = 27/¢max = 2a. The maximal frequency is a typical feature of discrete systems
vibrations.

Now we should recall that any crystal is finite and the translation symmetry we have
used fails. The usual way to overcome the problem is to take into account that actual
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number L of sites is large and to introduce Born-von Karmann cyclic boundary conditions

Unp+1, =— Ny - (211)

This condition make a sort of ring of a very big radius that physically does not differ from
the long chain.f] Immediately, we get that the wave number ¢ should be discrete. Indeed,
substituting the condition (B.1T]) into the solution (B.§) we get exp(+igal) = 1, qaL = 2mg
with an integer g. Consequently,

L L
227 2.2 2.12
(it is convenient to consider L as a large even number). So, for a linear chain, the wave

number ¢ takes L discrete values in the interval (—m/a, m/a). Note that this interval is
just the same as the Wigner-Zeitz cell of the one-dimensional reciprocal lattice.

Density of States

Because of the discrete character of the vibration states one can calculate the number of
states, z, with different ¢ in the frequency interval w, w + dw. One easily obtains (see
Problem [2.9)
dz 2L 1
= — (2.13)

do 2 _ 2
dw ™ ws, w

This function is called the density of states (DOS). It is plotted in Fig. P.4. We shall see

dz
dw

@

aq Wmeg

Figure 2.4: Density of states for a linear one-atomic chain.

that DOS is strongly dependent on the dimensionality of the structure.

'Note that for small structures of modern electronics this assumption need revision. Violation of this
assumption leads to the specific interface modes.
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Phase and Group Velocity

Now we discuss the properties of long wave vibrations. At small ¢ we get from Eq. (B.9)
w = sq, (2.14)

where

C
= — 2.1
s=ay/ — (2.15)

is the sound velocity in a homogeneous elastic medium. In a general case, the sound velocity
becomes ¢-dependent, i. e. there is the dispersion of the waves. One can discriminate
between the phase (s,) and group (s,) velocities. The first is responsible for the propagation
of the equal phase planes while the last one describes the energy transfer. We have

. w sin(aq/Q)‘
Tl ag/2 |’
d
Sg = d—: = s|cos(aq/2)|. (2.16)

At the boundaries of the interval we get s, = (2/7)s while s, = 0 (boundary modes cannot
transfer energy).

Diatomic Chain. Acoustic and Optical branches.

We use this case to discuss vibrations of compound lattices. Let us consider the chain
shown in Fig. 2.5 One can see that the elementary cell contains 2 atoms. If we assume the

5-1 Ueri  Vsuai
—_—
M 3
® & o 2

Figure 2.5: Linear diatomic chain.

elastic constants to be (' o we come to the following equations of motion:

mlun = _Cl(un - Un) - CZ(un - Un71> ’
mat, = —Ci(v, —uy,) — Co(vy — Up_1). (2.17)
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It is natural to use once more the translation symmetry condition and search the solu-
tion as
Uy = At =t) gy = A etlaan—t) (2.18)

After substitution to Eqs. (B.I7) we get the set of equations for the constants A;. To
formulate these equations it is convenient to express these equations in a matrix form
introducing the vector A = ( A, A, ) and the so-called dynamic matrix

. C14+C9 _ C1+Che 04
_ m1 mi
D= _ C1+Che'™ Ci1+C> (2'19)
ma mi

The equation for A has the form (see matrix notations in Appendix B))
w?A -~ DA =0. (2.20)
This is homogeneous equation; it has a solution only if
det (w?1— D) =0. (2.21)

This is just the equation which determines the eigenfrequencies. We get

2
W2, =2 {1 + /1 —~2sin’® %} (2.22)
’ 2 2
where
w2 _ (01 + 02)(7711 + mg) 72 — 16 |: 0102 :| |: mimso :|
mqmme ’ (Cl + 02)2 (m1 —+ m2)2 ’

The frequencies wy o are real because |y| < 1.
We see a very important difference with the case of monoatomic chain: there are 2
branches w;  for a given value of ¢. The branches are shown in Fig. £.§ The lower branch

12 Optical vibration branch
[2c (é; * ~J;'sz)] \_} 1”2
- 2CM,)
M >M :
F=e | (acm)'?
of I
Acoustical :
vibration branch |
|
0 i
Y

!

Figure 2.6: Optical and acoustic vibration branches.

is called the acoustic branch while the upper one is called the optical branch. To understand
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the physical reason for these names let us consider the limits of zero and maximal g. We

get
Wac(O) = O, wac(’ﬂ'/a) = w—%m’ (2 23)
wOPt(O) = Wwo, wopt('/r/a) = % 1 + m

So, we have the inequality chain
Wopt (0) = wy > wept(T/a) > wae(m/a) > wee(0) =0.

What happens in the degenerate case when C; = C5, m; = ms? This situation is
illustrated in Fig. 2.7 Now we can discuss the structure of vibrations in both modes. From

1/ )

—_

~g - ~7
43 z k. 4
% a 4 a a/e
Figure 2.7: Degenerate case.
the dispersion equation (2.20) we get
U, A, Cy + Cye™iae
7Dac,opt = = A_ - - - 2 : (224)
Un qc,opt v (Cl + 02) — M1 Wac opt

At very long waves (¢ — 0) we get (Problem [2.3)

m
7Dac:la 7Dopt:__2

my

(2.25)

So, we see that in the acoustic mode all the atoms move next to synchronously, like in
an acoustic wave in homogeneous medium. Contrary, in the optical mode; the gravity
center remains unperturbed. In an ionic crystal such a vibration produce alternating
dipole moment. Consequently, the mode is optical active. The situation is illustrated in

Fig. £.8.

Vibration modes of 3D lattices

Now we are prepared to describe the general case of 3D lattice. Assume an elementary cell
with s different atoms having masses m;. We also introduce the main region of the crystal
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25/9/1’.\\\’/9 —> k

Acoustical mode

Figure 2.8: Transverse optical and acoustic waves.

as a body restricted by the rims La;, the volume being V = L3V, while the number of sites
N = L3. The position of each atom is

RE =ap + R". (2.26)

Here R* determines the atom’s position within the cell. Similarly, we introduce displace-
ments uf. The displacement-induced change of the potential energy ® of the crystal is a
function of all the displacements with a minimum at u¥ = 0. So, we can expand it as

1 kk' kk' k" -
= D Dag < o > ub g + = Z Do ( e ) ub Ul g (2.27)
all all

(Greek letters mean Cartesian projections). There are important relations between the
coefficients ® in Eq. (B.27) because the energy should not change if one shifts the crystal
as a whole.

1. The coefficients are dependent only on the differences n — n’, n —n”, etc.

kE' kK
o () =0 (). )

2. The coefficient do not change if one changes the order of columns in their arguments

kk' k'k
WEARNEAT o35

3. The sums of the coefficients over all the subscripts vanish.

kk' kK'E"
Z(I)aﬂ ( nn’ ) =0, Z (I)ozﬁ'y ( nn'n” ) =0. (230)

n/k/ n/n/lk/k/l
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Now we can formulate the Newton equations
kK '
-~k k
Myiif, = Y Pag ( o ) Upg (2.31)
Nk g
As in 1D case, we search the solution as (it is more convenient to use symmetric form)

1 .
~k k —
Uy, = \/m_kAa(q)eZ(qan wi) | (2.32)
Here we introduce wave vector q. Just as in 1D case, we can consider it in a restricted
region

—T<qa, < (2.33)
that coincides with the definition of the first Brillouin zone (or the Wigner-Seitz cell). The
wave vector q is defined with the accuracy of an arbitrary reciprocal vector G, the g-space
is the same as the reciprocal lattice one.

Finally, we come to the equation (B.20) with

’
D(]i]g kk > eiq(an/fan) (234)

1
— E—
@ =3 Zr®s (e

This matrix equation is in fact the same is the set of 3s equations for 3s complex un-
knowns A¥. Now we come exactly to the same procedure as was described in the previous
subsection. In fact, the dispersion equation has the form (2.21)).

Let us discuss general properties of this equation. One can show (see Problem [2.5) that

Dk = |DhE] (2.35)

i. e. the matrix D is Hermitian. Consequently, its eigenvalues are real (see Appendix B)
One can show that they are also positive using the request of the potential energy to be
minimal in the equilibrium.

The general way is as follows. One should determine 3s eigenvalues of the matrix D for
a given q to get the values of w;(q). These values have to be substituted into Eq. (B.20) to
find corresponding complex amplitudes A;?a(q) which are proportional to the eigenvectors

of the dynamic matrix D. One can show form its definition that in general case
D(-q) = [D(a)] . (2:36)
That means important properties of solutions:

wi(—q) =w;(q), Al (-q)=[Ar (q)] . (2.37)

These properties are in fact the consequences of the time reversibility of the mechanical
problem we discuss.
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Finally, one can construct a set of iso-frequency curves w;(q) =const which are periodic
in g-space the period being the reciprocal lattice vector G. The symmetry of those curves
are determined by the lattice symmetry.

In the end of this subsection, we analyze the long wave properties of 3D lattice. It is
clear, that at q = 0 the component of D-matrix are real. If we put the real displacement
A;‘?ﬁ /+/Ty to be k-independent and use the property (R.30) we readily get w;(0) = 0 for all
the 3 components o = 1,2, 3. So, there are 3 acoustic branches and 3s-3 optical ones. To
describe their behavior we should write down the dynamic equation for real displacements
for q =0 as

k !
w2(0)mk% = kzﬁ;l \/;_]dcbaﬁ ( ﬁfl, ) A% (0) (2.38)

and then sum over k (over the atoms in the primitive cell). Using the property (E.30)
kK

St (e ) =0

n'k!

we get

> mypuf, =0, (2.39)
k

i. e. the center of gravity for optical modes remains constant. A typical vibration spectrum
is shown in Fig. 2.9

——

o 7

Figure 2.9: Typical vibration spectrum in 3D case.

Continual Approximation for Lattice Vibrations

To elucidate the difference between acoustic and optical vibrations we discuss here the long
wave limit in continual approximation.
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Acoustic vibrations

According to the theory of elasticity, one can write equations of motion as
0*u

Por

where p is the mass density while T, A are elastic constants. It is known that ¢ = divu(r, t)

is the relative volume change while ¢ = %curl u is the rotation angle. Taking into account
that

= (T + A)grad divu + YV?u (2.40)

curl grad ¢(r) = 0, div curl k(r) =0, V? = div grad,

we can obtain the equations for the quantities 9, ¢:

29
(?9? = sV, (2.41)
82
8—5 = 2V, (2.42)

where

27 + A T
s = + . St =] —. (2.43)
p p

If u= Aexp(iqr — iwt) we get

¥ = divu=1iqu,
1

¢ = glaul. (2.44)

So, we see that the compression ¢ wave is longitudinal while the ¢ rotation wave is transver-
sal. These wave are the analogs of 3 acoustic modes in a crystal. We can also calculate the
number of the vibrations if we restrict ourselves with a cube with the rim L and put zero
boundary conditions. We get ¢ = Asin(wt) sin(g,x) sin(g,y) sin(g,z) for each mode with
¢ = n;T. We have w = gs = 5,/q; + q; + ¢2 for each branch. Consequently, the number

of vibrations in the region R, R + dR where R = />, n? is

4TtR*dR V (1 2
g(w)dw = Z —5  — 9= (g + s_f) w? dw . (2.45)

It

Optical vibrations

Consider a ionic crystal with 2 ions in a primitive cell with effective charges +e*. Denoting
the corresponding displacements as uy and the force constant as k we get the following
equations of motion

d*u
M+T2+ = —k(uy —u) +e'E,,
d*u_
B ku—u,) - ¢E, (2.46)

- dt?
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where E, is the effective electric field acting from the external sources and from other ions.
Then, let us introduce reduced mass

1 1 1

M, M.

and relative displacement s = uy; — u_. Combining Eqs. (2.46) we obtain

d?s

" dt?

Now one should express the effective field E, through s to make all the set of equations
complete. The effective field differs from average field, E, by the contribution of the

polarization, P. In this way, we get the following set of equations for the normalized
displacement w = /Ny M,s

= —rs+ €e'E,. (2.47)

w+yw —7pE = 0
Y12W + 722 E =P = 0,
V(E+47P) = 0. (2.48)

The coefficients 7;, can be expressed through dielectric parameters of the crystal (see

fy]] = W , 7]2 = ( )0 4 , 722 e 4 . 2_1'9

s K ATNge™(es + 2)
= — — 2.50
Wo Mr 9Mr ) ( )
While €g(o) are, respectively, static and high-frequency dielectric constants. Finally, we

come to the set of equations

Here

d>w

o 2 €0 — €x
oz - —WyW + wo i E,
€0 — €00 €oo — 1
P = E.
o 47 W 47

(2.51)

This is the final set of equation we should analyze. To do it we split the displacement
w into the potential w; (curl w; = 0) and solenoidal w; (divw; = 0) parts. It the absence
of free charges

div D=0 — div E = —4ndiv P.
Using (B.51)) we get

E= -2 A7 (€9 — €oo) Wy .
€co
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Substituting this relation into the equations (2.51]) and separating potential and solenoidal
parts we get

az v
proali —woawl . (2.52)

Consequently, we come to the picture of longitudinal and transversal optical modes with

wi €0

= = 2.

o / - (2.53)
(the Lyddane-Sax-Teller relation).

The ion motion in the transversal and longitudinal modes is shown in Fig. .10 taken
from the book [4]. We see that the two types of optical vibrations differ because of the
long-range electric forces which are produced only by longitudinal modes. Consequently,
they are called polar. The difference between the frequencies of polar and non-polar modes
depends on the crystal ionicity and allows one to estimate the latter.

Derivation of the constants ~;;

In a cubic crystal, where polarizability is a scalar, we have

e*s + ok
1-— (4N07r/3)a

P =N, (2.54)

and introduce the dielectric function e according to the electrostatic equation for the dis-

placement vector
D=E+47P = cE. (2.55)

This function is dependent on the vibration frequency w. We get

1
‘B (2.56)

P = )
47

Actually, € is frequency dependent and at high frequencies ions cannot react on the a.c.
electric field. Let us denote this limit as €5, and put for this limit s = 0 in Eq. (B.54).

Combining (2.54) for s = 0 with (2.56) we get

€oo — 1
T UrNy/3)(ew +2) (2:57)

Then we can substitute it once more in Eq. (2.54) and get

(oo +2) e —1
Mewt2) o lp (2.58)
3 4

P=N,
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o ? ;i) ? 'a) {4
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Figure 2.10: Optical modes of vibration of a ion crystal.

Making use of this equation we get

d*s s (€0 +2)
MT@ = —MTWOS + TE (259)
where . )
9 K 4r Noe**(€s + 2
— — 2.60
Wo Mr ng ( )
Usually the normalized displacement w = +/NyM,s is introduced, so finally we come
to the set of equations
d2W 2 NO « €oco + 2
e A T A
Ny €0+ 2 €oo — 1
P = 4 * E. 2.61
M,,e 3 w + = (2.61)
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It is reasonable to introduce the static dielectric constant ¢, from the request of van-
ishing of the right-hand side of Eq. (B.59):

N(] %2 471'(600 + 2)2
e —_—
M, O

Thus we arrive to the set of equations to be analyzed.

(2.62)

€0 — € =

Optical Vibration—Light Interaction

It is clear that optical vibrations in ionic compounds should interact with electromagnetic
waves. To take this interaction into account one should add the Maxwell equations to the
complete set of equations for the vibrations. We havef]

1 /0E oP
Bl = —(— +4n—
[V > B] c(f)t—i_ﬂat)’
10B
VXEl = ———F—F01
[ ] c Ot
(V-B) = 0,
V- (E+47P) = 0,
w+ymw—72E = 0,
P = Y12 W + ’)/QQE . (263)
Here B is magnetic induction,
9 €0 — €0 €oo — 1
Y11 =Wy, Y12 = Wo PP V22 e ( )

We are interested in the transversal modes, so we search solutions proportional to
exp(iqr — iwt) with
E|P|w|x, By, alz. (2.65)

The equations for the complex amplitudes are (Check!)

4w

“p_igB+p = o,

C

qE-B = o,
C

Y12E + (W —y)w = 0,

Yool = P+ 7w = 0. (2.66)
Consequently, to get eigenfrequencies one should request
w/e dnw/e  —q 0
q 0 —w/e 0
det =0. 2.67
V12 0 0 W =9 (2.67)
Y22 —1 0 M2

2We use the so-called Gaussian system of units.



38 CHAPTER 2. LATTICE VIBRATIONS: PHONONS

After the substitution of all the values of ~;. we get
wheo — W (WP + A2¢%) +wice® = 0. (2.68)

This equation is quadratic in w? the roots being

c2

1 1
wig = f(u}feo + 3¢ + \/—(wt?eo + 2¢?)? — wiq? <—> ) (2.69)

2
oo 4eg 0o

This spectrum is shown in Fig. E.T1]. It is important that there is no possibility for the light

Phonon-like

Figure 2.11: Coupled TO-photon modes. The broken lines — spectra without interaction.

with the frequencies between w; and w; to penetrate the crystal, it is completely reflected.
The coupled TO-vibration-photon modes are often called the polaritons. One can easily
understand that longitudinal model do not couple to the light.

2.3 Quantum Mechanics of Atomic Vibrations

Normal Co-Ordinates for Lattice Vibrations

Now we formulate the dynamic equations in a universal form to prepare them to quantum
mechanical description.

Let us introduce the eigenvectors e;;(q) of the dynamical matrix D which correspond
to the eigenvalues w?(q). According to the definition of eigenvectors,

> D (@ejisla) = wi(@)ejrala) .
KB
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According to the properties of Hermitian matrices, the eigenvectors are orthogonal and
normalized,

D CikaCina =i > €ikaCig = Orrlas - (2.70)
ak J

Also,
€ika(q) = €jral—a) - (2.71)

The general displacements may differ from eigenvectors only by normalization. Conse-
quently, it is convenient to expand the displacements in terms of the eigenvectors as

k
una

q)a;(q,t)e" . (2.72)

The amplitudes a;(q,t) are called the normal co-ordinates (or normal modes). One can
prove that a(—q) = a*(q) (otherwise we cannot obtain real displacements). The total
number of the amplitudes is 3sN (3s values for the mode’s number j and N for the
discrete g number).

Now we calculate the kinetic energy of vibrations:

1 -k \2
T= %mk(una) : (2.73)

It is easy to show (see Problem [2.4 ) that it is equal to

T = %ij(q,t)ﬁ. (2.74)

qj

Now we come to the potential energy. After some calculations (see Problem [2.7) we get
Zw ) laj(q, ), (2.75)

the total energy being

1
€=5 llajla.H +wj(a) a;(a, )] . (2.76)
qaj

We see that the total energy is the sum of the energies of independent oscillators. The
quantities a;(q,t) are called the complex normal co-ordinates. It is convenient to come to
the so-called real mormal co-ordinates to apply all the laws of mechanics. Usually, it is
done with the help of the so-called Pierls transform. Let us introduce real co-ordinates

Q;(q) and real canonic momentum P;(q) = Q;(q) with the help of the transform

aj(q) = % [Qi(a) + Qi (—q)] +

@@ - @s-a)] (277)

’ 2w;(q)
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We observe that the condition a;(q) = a}(—q) is automatically met. Making use of the
equality w;(—q = w;(q) one can easily show that the co-ordinates @); obey the equation

Qj(*q) = —wj(q)Q;(+q) . (2.78)
After very simple calculations (see Problem [2.8) we get
£= 3> @)+ i) (279)
qj

Now we can use the general principles of mechanics and introduce canonic momenta as

o€ .
i) =2 5, Q;(q) (2.80)
Finally, we can write down the classical Hamilton function of the system as

Qi(q)] . (2.81)

SCY R B

As a result, we have expressed the classical Hamiltonian as the one for the set of indepen-
dent oscillators.
At the end of this section we express the displacement in terms of the canonic variables
(later we will need this expression)
k 1

the = = e {epala) [ Q@) + P e s

Quantization of Atomic Vibrations: Phonons

The quantum mechanical prescription to obtain the Hamiltonian from the classical Hamil-
ton function is to replace classical momenta by the operators:

: . h 0
Qj(a) = Pj(q) — Pj(q) = 100, (2.83)
Consequently we come to the Schrodinger equation
A h?  0? 1
P — - .2 2 ) 2.84

It is a sum of the Schrodinger equations for independent oscillators with the mass equal
to 1, co-ordinate (;(q) and eigenfrequency w;(q). It is known that in such a case the
total wave function is the product of the one-oscillator functions. So, let us start with
one-oscillator equation for the wave function v

2 0% 1

~ 590t S QY =y (2.85)
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Its solution is

w 1/4 1 —w0?/2 w 1/2
v = Yy(Q) = <%> We @2y {(ﬁ) Q} :
e = exn=hw(N+1/2). (2.86)

Here N is the oscillator’s quantum number, Hy () is the Hermit polynom which is depen-
dent on the dimensionless co-ordinate

{=Qvw/h. (2.87)

In the following we will need the matrix elements of the operators () and P defined as

(@lAg) = [ iQui@dus(@).

—00

According to the table of integrals,

) . VN, if N\=N—1,
(N'|QIN) = /—x<¢ VN+1 if N=N+1,
2w .
0, otherwise ;
A s VN, ifN=N-1,
(N'|PIN) = i1/7>< N+1 ifN=N+1, (2.88)
0, otherwise .

The equations introduced above describe the quantum mechanical approach to the
lattice vibrations. In the following we employ this system to introduce a very general and
widely used concept of secondary quantization.

Second Quantization

In the Q-representation, the total wave function is the symmetrized product of the oscil-
lator wave functions with quantum numbers N;q. Because it is impossible to discriminate
between the modes with given jq the numbers N,q completely describe the system.

To describe quasiparticles it is convenient to introduce operators which act directly
upon the occupation numbers N;q. They are introduced as

. <;—h>1/2Q+i<ﬁ>l/2ﬁ7

1/2
o (UYL :
b <2h> Q-il5 P, (2.89)

One can show directly that

Wy = VN¢y_1,
by = VN + 1y . (2.90)
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We see that the operator b' increases the occupation number by one while the operator
b decreases this number also by one. Consequently, the operators are called creation and
annihilation operators.
Let us consider the properties of the creation and annihilation operators in more details.
According to quantum mechanics

QP — PQ=1Q, P|=ih. (2.91)
Inserting in these commutation relations the definitions (2.89) we get
bbt — bib = [b, b] =1 (2.92)

This relation could be generalized for the case of different modes because the modes with
different jq are independent under harmonic approximation. Consequently. the corre-
sponding operators commute and we get

[bj(a), bl(q)] = d;6ad’ (2.93)

So we come to the picture of independent particles. To be more precise, they are called
quasiparticlesf] The quasiparticles obeying the commutation relations (.93) are called
bosons, they are described by the Bose-Finstein statistics.

Now we can insert the operators b, b’ into the Hamiltonian (2.84). After very simple
algebra (Check!) we get

H = Z [ (Q)bf(a) + bi(q) ]Zm [ b(q)+1/2}. (2.94)

Applying the product b'b to the wave function ¥y we get
by = Nipy . (2.95)

Consequently, the operator b}(q)bj(q) has eiqnevalues N; g
Finally, it is useful to remember matrix elements of the creation and annihilation op-
erators:

(N'|D|NY = VNénrn_1,  (N']BTINY = VN + 105 n41 - (2.96)

As will be demonstrated in the following, the normal vibrations behave as particles
with the energy hw;(q) and quasimomentum hq. The quasiparticles are called phonons.
The part quast is very important for some reasons which we will discuss in detail later. In
particular, we have obtained the effective Hamiltonian as sum of the independent oscillator
Hamiltonians under the harmonic approrimation where only quadratic in displacement
terms are kept. The higher approximation lead to an interaction between the introduced
quasiparticles. It will be shown that the conservation laws for the quasiparticle interaction

3We will see the reasons later.
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differ from the ones for free particles, namely ) . hq; is conserved with the accuracy of the
arbitrary reciprocal lattice vector G.
It is convenient to introduce operators for lattice vibrations. Using definitions of the

operators bq and bf and Eq. (2.89) we obtain

una /2N Z Gjak qeiqanfiqut + b:[lefiqan+iqut:| . (297>

2.4 Phonon Dispersion Measurement Techniques

Here be describe very briefly the main experimental techniques to investigate phonon
spectra.

Neutron Scattering

In this method, neutron with the energy E = p?/2M,, M, = 1.67-1072* g are incident
upon the crystal. The phonon dispersion is mapped exploiting the momentum-energy
conservation law

B-E = Zhw Njq = Nig)
pP—-p = — Z hq(Nq — Njq) + hG. (2.98)
The processes involving finite G are called the Umklapp ones.

Zero Phonon Scattering
If no phonon are emitted or absorbed we have the same conditions as for X-ray scattering,
the Laue condition p’ — p = hG.
One Phonon Scattering
We get:
e Absorption:
E' = E+hw(a),
p = p+hq+hG. (2.99)

e Emission:

E' = E—hwj(q),
p = p—hq+hG. (2.100)
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Making use of the periodicity of the phonon spectra w;(q) we have

e Absorption:

p/Q p2 p+p/
ey (22).

oM,  2M, h
e Emission " ) .
P p P—P
- — hw; [ —— ) . 2.102
2M,  2M, J ( h ) ( )

The equations allow one to analyze the phonon spectra.

Light Scattering

Usually the photons with & ~ 10° cm™! are used that corresponds to the photon energy ~ 1
eV. Because this wave vector is much less than the size of the Brillouin zone only central
phonons contribute. The interaction with acoustic phonons is called Brillouin scattering
while the interaction with optical modes is called the Raman one.

Once more one should apply the conservation laws. Introducing photon wave vector k
we get

/

W= wtwi(q),
nk' = nk+q+ G (2.103)

where 7 is the refractive index, + corresponds to a phonon absorption (the so-called anti-
Stokes process) while — correspond to an emission (Stokes process). It is clear that w;(q) <

w. Consequently, |k| ~ |k’| and
0

5 )
where 6 is the scattering angle. The corresponding phonon frequency is determined as Aw.

w
q= 2—nsin
c

Problems

3

. Derive the dispersion relation (2.9).
. Derive the expression (2.13).
Derive Eq. (2.27).

Prove the relation of the Section M.
Prove the relation (R.35).

Prove the equation (R.74).
Prove the expression (2.79) for the potential energy.

Prove the expression (2.79).
. Prove the expression (2.90).
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Chapter 3

Electrons in a Lattice. Band
Structure.

In this chapter the properties of electron gas will be considered. Extra information can be
found in many books, e. g. [I, P].

3.1 General Discussion. Electron in a Periodic Field

To understand electron properties one should in general case solve the Schrodinger equation
(SE) for the whole system of electrons and atoms including their interaction. There are
several very important simplifications.

e The atomic mass M is much greater than the electron one m. So, for the beginning,
it is natural to neglect the atomic kinetic energy, considering atoms as fized. In this
way we come to the SE for the many-electron wave function,

—%ZV?+V(r,R) W =E (3.1)

where atomic co-ordinates are considered as external parameters

P(r,R), ER).

e We will see that the behavior of interacting electrons is very similar to the one of
non-interacting particles (i. e. gas) in an external self-consistent field produced by
the lattice ions and other electrons. It is very difficult to calculate this field but it is
clear that it has the same symmetry as the lattice. So let us take advantage of this
fact and study the general properties of the electron motion.

45
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3.1.1 Electron in a Periodic Potential

Let us forget about the nature of the potential and take into account only the periodicity
condition

V(r+a)=V(r). (3.2)
The one electron SE

L)+ V )) = o) (33)

should also have the solution ¥ (r + a) corresponding to the same energy. Consequently, if
the level € is non-degenerate we get

Y(r+a)=Cy(r), C = constant. (3.4)
According to the normalization condition |C|*> = 1 one can write
C =@ (3.5)

where ¢ is some real function of the lattice vector. Now we can apply the translation
symmetry and make consequential displacements, a and a’. We get

C(a)C(a’) =C(a+a) (3.6)
that means the p-function should be linear

p(a) =pa/h. (3.7)

It is clear that vector p is defined with the accuracy of hG where G is the reciprocal lattice
vector.
Finally, the general form of the electron wave function in a lattice is

W(r) = e/ Mu(r) (3.8)

where
u(r+a) = u(r) (3.9)

is a periodic function. The expression (B.§) is known as the Bloch theorem.

The Bloch function (B.§) is very similar to the plane wave, the difference being the
presence of the modulation u. The vector p is called quasimomentum because it is defined
with the accuracy hG. Because of periodicity, we can consider only one cell in the reciprocal
lattice space.

As in the situation with lattice vibrations, we apply cyclic boundary conditions, so the
vector p is a discrete variable:
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the number of states being
T]an = —— [ 20 (3.11)
: (2rh)® 4.

It means that the density of states is V/(27h)3. We will very often replace the sums over
discrete states by the integrals

VI [ =y [,

Here we have taken into account that an electron has spin 1/2, the projection to a given
axis being +1/2 that doubles the number of states. Thus, the energy levels are specified
as ;(p) where p acquires N values where N is the number of primitive cells in the sample.
Hence, the total number of states for a quantum number [ is 2/V.

The functions ¢;(p) are periodic in the reciprocal space, so they have maximal and
minimal values and form bands. These band can overlap or some energy gaps can exist.

Let us consider some other general properties of wave functions. If one writes down
the complex conjugate to the Schrodinger equation and then replaces t — —t he gets the
same equation with the Hamiltonian H*. But it is known that Hamiltonian is a Hermitian
operator and H = H*. It means that if

Yip(r,t) = exp [—ig;(p)t/h] Yip(r)

is an eigenfunction of H the function ¢ (r, —t) is also the eigenfunction. At the same time,

+ipa/h

after the shift a these functions acquire different factors, e respectively. It means

a(p) =&a(-p).
In the following we will specify the region of the reciprocal space in the same way as
for lattice vibrations, namely, Brillouin zones (BZ). If the lattice symmetry is high enough
the extrema of the functions ¢;(p) are either in the center or at the borders of BZ.

3.2 Tight Binding Approximation

To get some simple example we consider the so-called tight-binding-approximation. Let us
start with the 1D case and assume that the overlap of the electron shells is very small. Con-
sequently, this overlap can be considered as perturbation and we start with the potential

= ZU(x—na), (3.12)
the SE equation being

Ly > Ut~ na)u(e) = vio) (3.13)
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Let the exact wave functions be

Up(@) = e/ ()

with the eigenvalues e(p). We construct the so-called Wannier functions as
1 )
wy(r) = — e~ Pnalhy, (1) 3.14
0= 75 S ) (314

where N is the total number of atoms in the chain while p belongs to the 1st BZ. One can
check (Problem [3.1) that the inverse transform is

LN g ()
ﬂfp(x)—m; n(2) . (3.15)

The Wannier functions are orthogonal and normalized (Problem [3.3).
It is important that the Wannier function w,, is large only near the nth ion position
(without Bloch modulation it will be d-function §(z—na)). Moreover, because of periodicity

wy () = wo(x — na).

Now we can substitute the function (B.13) into the exact SE and make the auxiliary trans-
form

H= zn: [—%dd—; + Uz — na) + hn(:p)]

where

ho(z) =V(x) — U(x — na)

between the ezact potential V(z) and the nearest atomic one. We get
h2 d2 —|—U( ) ikan ( ) 4 h ( ) ikan ( )
E _ r—na)| e wy(T g n\T)E Wp(T) =
- 2m d? ~

= (k)Y e, (). (3.16)

n

Here we have introduced the electron wave vector k = p/h.
The product .
ho(z) €* w,, ()

at is small because it contains only the items U(x — ma) w,(z) for m # n, and we can
neglect it as a zeroth approximation. As a result we get

w® = Yo ()

where to(x) is the wave function of a free atom. Consequently

eO(p) =¢g.
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In the next approximation we put w = w® + w™® and find

W d ik 1
Z{_%@ + Ulr —na) — o] " wiD(z) =

= =) (@) w () + (e(p) — g0) > e*mw? (z). (3.17)

This is non-uniform linear equation for w. Since the Hamiltonian is Hermitian, Eq. ()
has a solution only if the r.h.s. is orthogonal to the solution of the corresponding uniform
equation with the same boundary conditions. This solution is wl?.

As a result, we get

. h(n)eikan
e(p) —eo = W (3.18)
where
hn) — / d 02 (2) B ()00 (& — ma)
I(n) = /dz Py (x)ho(x — na) . (3.19)

The atomic wave function can be chosen as real, so h(—n) = h(n), I(—n) = I(n), both
functions rapidly decrease with increasing n (small overlap!). Finally, we get (Problem [3.3)

e — g9 = h(0) + 2[A(1) — h(0)I(1)] cos(ka) . (3.20)

The 3D case is more complicated if there are more than 1 atom in a primitive cell.
First, atoms’ positions are connected by the symmetry transforms which differ from a
simple translation. Second, atomic levels for higher momenta are degenerate. We discuss
here the simplest case with 1 atom per a primitive cell and for s-states of the atoms having
spherical symmetry. In this case we come to a similar expression

gy = 2 mete
e(p) — o S~ T(n)c (3.21)

In a bee lattice taking into account nearest neighbors we get
a=(a/2)(£1, £1, £1),

and
e(k) — g = h(0) + 8W cos(k,a/2) cos(kya/2) cos(k,a/2), (3.22)

where W = [h(1) — h(0)I(1)] is the characteristics of bandwidth. In a similar case of fcc
lattice one gets (Check!)

e(k) — g0 = h(0) + 4W [cos(kya/2) cos(kya/2) + cos(kya/2)cos(k.a/2) +
+ cos(k,a/2) cos(k,a/2)] . (3.23)
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In a sc lattice one gets (Problem [3.4)

e(k) — g9 = h(0) + 2W [cos(kya) + cos(kya) + cos(k,a)] . (3.24)
The physical meaning of the results is the spreading of atomic levels into narrow bands
(Fig. B2)
E |
\3\ Ec
— N-fold
= % N-fold
=
\ E )
— N-fold
Solid 3

Atomic separation

Figure 3.1: Spreading of atomic levels into bands

The tight binding approximation is useful when the overlap is small (transition and
rare earth metals). Another application is to produce starting empirical formulas having

proper symmetry.

3.3 The Model of Near Free Electrons

Now we come to the opposite limiting case where electrons are almost free. We start from
1D model for a very weak periodic potential. The starting approximation is a plane wave

(we have in mind periodic boundary conditions)

L
—e™, k=p/h,
VL v/

the energy being
O (k) = r*E?/2m.

We can expand the periodic potential as

V(ZC) _ Z vne2ﬂ'inz/a

n

where

1 . 2
V(kK) = 7 / dz V(z)e i+ = v 5 <k: —K - ﬂ) .

(3.25)

(3.26)

(3.27)

a
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The first perturbation correction e = V4 is not important (shift of energy) while the
second one is
e (k) =>" [Val’ (3.28)
= O (k) —eO(k — 2mn/a)

The perturbation theory is valid if £ <« ¢ that cannot be met at small denominators.
At the same time, at & — 7n/a the quantity ¥’ — —7n/a and denominator tends to zero.
Consequently, one has to use the perturbation theory for degenerate states. So let us recall
the famous problem of quantum mechanics.

Assume that the functions v; where ¢ = 1, 2 correspond to the states 1, 2. We chose
the wave function as their superposition,

= Ay + Agihy .
Substituting this function into SE we get
Ar(er — )ty + V(A + Agthy) + Az(ea — €)1ha = 0.
Then we multiply the equation first by ] and second by 5. Integrating over = we get

(61 —€+‘/0)A1+Vn142 = O,
VJAl + (82 — e+ VE))AQ = 0. (329)

As aresult, we get a quadratic equation for ¢ (we include the constant Vj into this quantity):
g2 — (e1 +e9)e +e162 — |Va|* = 0,

which has solutions

_ 2
. &1 ;‘52 + \/(81 4€2> + |Vn‘2 (330)

The sign is chosen from the request that far from the “dangerous” point ¢ should be close
to £9. As a result, the energy has a drop 2|V,,| near the points k = £7n/a. This situation
is illustrated in Fig. B2

Because the energy spectrum is periodic in k-space, it is convenient to make use of the
periodicity of € in k-space and to subtract from each value of k the reciprocal lattice vector
in order to come within BZ. So we come from the left panel to the right one. We have once
more the picture of bands with gaps in between, the gaps being small in comparison with
the widths of the allowed bands.

In the 3D case the periodicity of the potential is taken into account by the expansion

V(I‘) = Z VGeiGr
G

where G is the reciprocal lattice vector, the perturbation theory being destroyed at

k) =9k -G).
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Figure 3.2: Energy spectrum in a weak periodic potential.

Substituting £ = A2k?/2m we get
kG = G/2. (3.31)

It is just the equation for the plane boundary of the BZ.
Thus the structure of BZ is extremely important for understanding of electron proper-
ties.

3.4 Main Properties of Bloch Electrons

3.4.1 Effective Mass

Let us discuss general properties on electrons in periodic potential. To make it as simple
as possible we start with the case of a simple cubic crystal in the tight binding limit. From
the expression (B.24) we see that there is a minimum b in the BZ center k = 0. Near the
minimum expanding (B.24) for small product k;a < 1 we get

e=e,+Wk*a®, k= \/k2+k+k2, (3.32)

where ¢, is the energy of the minimum. So the spectrum is just the same as the one of a
particle with the effective mass

. 92\ ! h?
my, (b) = <8—p§)b = oW (3.33)
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(the subscript n indicates that the material is of n-type, electron-like). Now we can analyze
the BZ boundary a with k; &~ m/a. Substituting k} = w/a — k; and expanding (B.24) in
powers of kla < 1 we get

e =¢,— Wa’k"*. (3.34)
In a similar way, we get the expression for the effective mass
;2
mn(a) = — 55 (3.35)

that is negative. Very often such a quasiparticle is called a hole (see later) and we define
its mass as the electron mass with opposite sign. So, in a simple cubic crystal the hole
mass, m; = |m;|, near the band top is the same as the electron mass near its bottom.

In the general case one can expand the energy as in /[th band near an extremum as

SCRE) (g ). (ke Fun)h = o (3.36)

and introduce the nverse effective mass tensor

(m™ap = < g;ig,?ﬁ)o (3.37)

This 2nd-order tensor can be transformed to its principal axes.

3.4.2 Wannier Theorem — Effective Mass Approach

Now we come to a very important concept of solid state physics which allows one to treat
electrons in a periodic field like ordinary particles - to the so-called effective mass approach.

We know that the energy in a given band is periodic in the k-space that is the same as
the reciprocal lattice space. So we can expand

ei(k) =Y cac™® (3.38)

a

where a are lattice vectors (Check!). How does the operator
exp (aV)

act upon the Bloch function? One can immediately show that it is just the operator, which
shifts the co-ordinate by a (Problem [3.]):

exp(aV)y(r) = ¢(r + a). (3.39)

Then we come to the very important formula:

€l(—iV) ’(,DZ(I‘) = El(k) wl(r) . (340)
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This relation is called the Wannier theorem. It is valid only if the spectrum is non-
degenerate in the point k.

So we come to the following prescription. As far as we know the spectrum ¢;(k), we
can replace k — —iV in the SE (which can also contain external fields) and analyze the
electron’s quantum dynamics. If we return to the situation where quadratic expansion is
possible we come to the problem of a particle with (anisotropic) effective mass which can
strongly differ from the free electron mass my.

It is important to note that the prescription has essentially single-band character, it
needs a very serious generalization if the bands are degenerate (or the gaps are narrow and
interband transitions are possible). It is important in many situations in semiconductor
crystals and we will come back to this point in the corresponding Section.

3.5 Electron Velocity

Let us calculate quantum mechanical average electron velocity (v) in a Bloch state v = [k.
For a free electron one would obtain

1 ih hk

It is natural that for a quantum particle the average velocity is just the group velocity of
the wave package representing quantum particle,
Js  10e
V=—=—-— (3.41)
op hok
(see Problem [3.0).
We see that if the spectrum is determined by quadratic expansion we get the usual
expression for a particle with the mass m*. In and external field we get the Newton
equation

LoV
3.5.1 Electric current in a Bloch State. Concept of Holes.

Suppose that the electron has the charge —e (we suppose e to be positive). The electric

current is
jy=—ev,. (3.42)

We know that (—k) = e(k). Consequently, v(—k) = —v(k) and one can easily show that

> v(k)=0 (3.43)

where summation is performed inside the BZ. To get the total current one should multiply
the equation (B.42) by 2 (number of spin projections). Taking into account relation (B.43)
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one can prove that the total current of completely filled band vanishes. It is a very important
statement. It remains valid also in an external electric field (if the field is small enough
and electrons are not transferred to higher bands).

If the band is only filled partly, the total current is determined by the difference of
filled states with k and —k. To formulate the current we introduce the occupation factor
v, (k, s) which is equal to 1 if the state with the quasimomentum Ak and spin s is occupied
and 0 otherwise. One can also introduce the occupation number of holes as

vp(k,s) =1—-r,(k,s)

which characterizes the probability of empty states. The current can be expressed as

j=-—¢ Z vn(k,s)v(k) =e Z vp(k, s)v(k)

k,s

(the current of a completely filled band is zero!). So we can express the current of a partly
full band as the current of holes with the charge 4+e > 0.

To get a more deep analogy let us calculate the energy current due to the flux of
electrons and holes. Characterizing the energy current in a state k as vie(k) — ep] where
@ is the electric potential we get

w o= S vl )Ek) - eplv(k) = S - vy(k,s)][e(k) — v (k) =

k,s k,s
= Z[g(k) —eplv(k) + Z vp(k, s)[—e(k) + ep]v(k) (3.44)
k,s k,s

So we see that holes can be considered as particles with the energy —e(k). The usual way
to treat the quasiparticles near the top of the band where the expansion (B.34) is valid is
to define the hole energy as

epk) =e, —en(k), m,=-m, >0

where subscript n characterizes an electron variable. In such a way we come to the de-
scription of the particles with the charge e and effective mass m,,.

3.6 Band Filling and Classification of Materials

We have discussed the picture of allowed bands and forbidden gaps. Now we are prepared
to discuss the actual presence of electrons in these bands.
One can discuss the following variants.

1. There is one atom per cell. Consequently, at T'= 0 the band is half-full.

2. One atom per cell and 2 electrons per atom. The band is full, there is a band gap
and the next band is empty.
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3. There are two atoms per cell and each atom contributes 1 electron. The same as in
the previous case.

In the case 1 the material has high conductivity at very low temperatures, it is a metal.
The cases 2 and 3 correspond to insulators, their conductivity exponentially decreases at
low temperatures. This is shown in Fig. B.3

Energy

= _ N
Il I

| nsulator Metal Semiconductor Semiconductor

Figure 3.3: Electron occupation of bands (schematically).

All this scheme is valid if the bands do not overlap. If the bans overlap the conduction is
usually metallic (see Fig. B.4). Such materials are often call semimetals if effective number
of carriers is small. A typical example of semimetals is Bi.

The semiconductors are defined as insulators with small forbidden gaps. At finite tem-
peratures some electrons are excited from the lower valence band to the upper, conduction
one. So there are holes in the valence band and the electrons in the conduction one. Such
semiconductor is called intrinsic. The modern way to produce materials for electronics
is to “dope” semiconductor material with impurity atoms which introduce carriers in a
controllable way.

The impurity level are usually situated in the forbidden gap. If the impurity level
are situated near the bottom of conduction band the atom are ionized at low enough
temperatures and provide extra electrons to the band (such impurities are called donors).
Contrary, if the levels are near the top of the valence band they take electrons from the
band producing holes (they are called accepters).

We will come back to this classification later to describe special features of different
materials.



3.7. DYNAMICS OF BLOCH ELECTRONS 57

E / 2nd band

1st band

k

Figure 3.4: The case of band overlap.

3.7 Dynamics of Bloch Electrons

Now we discuss dynamic properties of Bloch electrons both classical and quantum.

3.7.1 Classical Mechanics

As we have seen, under the one band approzimation the Bloch electron can be described
as a particle with the classical Hamilton function

H(p,r) =¢(p) +U(r),  p=hk

Here U(r) is the total potential energy due to external fields. To take account of magnetic
field one should replace the momentum p by the kinematic onef]

p—>P=p+§A(r)

where A is the vector-potential of the magnetic field which is connected with the magnetic
field H by the relation

H =curl A.

Consequently, we have
e
H(p,r)=¢ [p+EA(r)] +U(r), p =hk

where

U(r) = Ulr) — ep(r),

'Remember that we denote the electron charge as —e.
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U is the potential energy due to non-electric fields (like deformation), while ¢ is the elec-
trostatic potential. To analyze the dynamics one should use classical Hamilton equations

oM. OH

o T

r=v

The first equation reduces to the one we have discussed earlier,

_ Oe

Y op

while the second one needs more care because the vector-potential is r-dependent. We get

e priam] - 5

e dz 0Ar e 0A;
_Ezk:a—maxi_ czk:”‘“ax,-‘

We will consider for simplicity the case of a homogeneous magnetic field. It is convenient
to choose the so-called Landau gauge

The first item is

0
A=| Hzx |, H=HzZ. (3.45)
0
In this case we have 94
Co, o = — Sy, H, =~ v x H]

— Yy — = — )
¢ ¥ ox c c r

As a result, we come to the very usual formula

p=(—¢) (E+% [v X H]) — VU(r), E = —V(r). (3.46)

which is just the Newton law for the particle with the charge —e.
In the absence of external the electric field and the potential U, as one can easily show,

energy is conserved. Indeed

de  Oe Jp e

—=——=—(v|vxH|) =0

dt  Op ot c (v ]
So we have 2 integrals of motion,

€ = const, p, = const.

Thus we come to a geometric picture: one should take the surface e(p) = const and
intersect this surface by the plane p, = const. The resulting line is just the electron orbit
in p-space.
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It is clear that the result is strongly dependent on the shape of the surface e(p) = const.
In semiconductors usually only the electrons near band extrema are important and all the
orbits are closed lines.

The situation is much more rich in metals where the number of conduction electrons
is large and (because of the Pauli principle) at small temperatures they occupy the states
below the certain energy which is called the Fermi level ep. The electrons near the surface

e(p) = €r

(the Fermi surface, FS) are most important for all the properties of metals. If the Fermi
surface is confined within one BZ it is called closed. In general, F'S can touch the boundaries
of the BZ. In this case it is called open. The examples of closed and open FS in 2D case
are shown in Fig. B.J while some FS in 3D case are shown in Fig. and Fig. B

Figure 3.5: Closed and open FS in two-dimensional case (examples).

The closed orbits can be both electron- and hole-like. Electron orbits are the ones
with the velocity v =V e(p) is directed “outside” the orbit, the hole ones have to velocity
directed “inside”. It easy to show that it is just the same definition as we have used
previously (see later). If the magnetic field is tilted with respect to the symmetry axes
both closed and open orbits can exist (see Fig. B.§).

To study the motion in momentum space one can introduce the element

dp = \/(dp.)? + (dp, ).

Taking squares of Eq. (B.46) for p, and p, and adding them we get

dp e c dp
—=-H dt = ——.
ar ot o eHv,
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(e)

Figure 3.6: (a) 1st BZ for a fcc crystal (Al). (b) 2nd BZ for a fcc crystal. (c) The free
electron sphere for a trivalent fcc Bravais lattice. It completely encloses the 1st zone,
passing trough and beyond the 2nd zone into the third and (at the corners) ever slightly
into the fourth. (d) Portion of the free electron surface in the second zone when translated
into the 1st zone. The convex surface encloses holes. (e) portion of the free electron sphere
in the 3d zone when translated into the 1st zone. The surface encloses electrons.

If the orbit is closed we immediately get the expression for the period through the integral
along the orbit

_c dp

- eH J v’

This period can be easily expressed in terms of the orbit’s area S

S(p.) = [ / dp. dpy} :
pz=const

To do this integral we can take 2 contours corresponding to € and ¢ + de, the width in
p-space in the normal direction being

de |0e/0p .|t = de/v,. (3.47)

d
Sz/de _p'
v

Thus
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Figure 3.7: Possible FS for a cubic metal. Lower panel: Left part - electron orbits, right
part - hole ones.
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p———ny

g

Figure 3.8: Electron orbits for tilted magnetic field.

Finally, we get the following formula for the cyclotron frequency

eH 1 [85}
p=

We = , where m.(g,p,) = — o

cMme. 2m
is the cyclotron effective mass. For a free electron € = (p? + p?)/2my, and
S(p.) = mp7 = 2mmee — 7p2, and m. = my.

Thus, the cyclotron mass appears constant. The same holds for all the quasiparticles
with isotropic and quadratic spectrum ¢(p). Returning to real space, one can rewrite the
equation of motion as

dp:—E[drxH].
c

We see that the projection of the motion in the real space on the plane normal to H can
be obtained by the substitution

cH cH
T — —Dy, Y — — Dz
e e

Also remains the motion along z-axis with the velocity v, = de/0z.
Now we discuss one very useful trick to calculate the properties of electrons in a mag-
netic field. Namely, let us introduce the time of the motion along the orbit as

c dp

th=— [ —
YT eH v
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One should keep in mind that it is not the real time but some function of the point in the

p-space. We get
2 eH

2
(2rh)? /dpaz dpy dp. = @y o dp. de dt,

Here we have used the relation (B.47). This trick will be extensively used later.

Cyclotron resonance.

Now we discuss one of the ways to measure the characteristics of electron spectra. Let us
assume that the electron with effective mass m moves in a weak a.c. electric field

E = Ej exp(—iwt), E, || X
and in a constant magnetic field H || z. We get

—wmv, = —el,—
N _ e
—iwmu, = v H.

€
Sv,H,

C

To solve this set it is convenient to introduce the complex velocity v = v, + v, and get
i(w—we)v =eE,.

We see that at w — w,. the amplitude of velocity increases. It means that electron absorbs
the energy from the electric field. To get more adequate theory of the cyclotron resonance
one needs to take into account relaxation (we will come back to this problem later). The
cyclotron resonance is a very useful tool to determine the cyclotron effective mass.

3.7.2 Quantum Mechanics of Bloch Electron

An electron with isotropic quadratic spectrum

We start our considerations with the simplest case of where the periodic potential can be
taken into account by the effective mass approximation (we will denote is as m). We also
use the Landau gauge (B.45). To get the SEf one can replace p in the classical Hamilton
function with the operator p = —ihAV

2 [ 92 : 2 9
_B [a L (ﬁ N Zei”) v+ a_d’] — e (3.48)

2m | Ox? dy 02?2
It is convenient to search the solution as

() =pla)el o),

2We ignore for a while the electron spin.
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Substituting this expression into (B.48) we get the equation for ¢(z) (Check!)

where w,. is the cyclotron frequency,

. ch 12k?
Ty = —a ag = — g1 =€ — .
A eH’ 2m

The quantity ag is often called the magnetic length or Landau length. Finally we came
to the SE for a harmonic oscillator and we can write down both the energies and wave
functions:

E1=EN = th(N + 1/2), (349)

the so-called Landau levels,

(z) 1 1 /x—x 2
x) = exp | —=

y \/ QO p 2 ag
where Hy is the Hermite polynomial. We see that the electron states in a magnetic field
could be specified by the set of quantum numbers o = N, k, k., the energy levels

HN(x_%) (3.50)

Qg

h2k?
2m

Ea = EN T+ (3.51)
being dependent only on N, k..

One can ask: why the co-ordinates x and y are not equivalent? The reason is that
the wave functions (B.50) correspond to the energy independent of k,. Consequently, any
function of the type

> Clky) YNk, b
ky

corresponds to the same energy and one can chose convenient linear combinations to get
correct asymptotic behavior.

General case.

The spectrum (B.51]) has a very simple form for the case of any isotropic quadratic spectrum.
Nevertheless it is possible to obtain important results even in the case of very complicated
FS if we are interested in the Landau levels for large quantum numbers N. In this case one
can expect that one can use the Bohr-Sommerfeld quantization procedure. Indeed, in the
presence of magnetic field, as we have seen the kinematic momentum operator is

P— —ihV + A
C
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Consequently,
P, = —ihd/0x, P, = —ihd/0y + (e/c)Hx,

the commutator being

H
[P, P,] = irh"—.
c
One can see that the co-ordinate .
Y=——PF,
eH
is canonically conjugated to P,
[P, Y] =ih.

Now we can directly apply the quantization rule

C

Here v(N) is a slow function of N, 0 < v < 1. It is easy to show that the distance
between the levels is just Aw,.. Indeed, neglecting v(N) — ~v(N — 1) we get

- g—fl = 27h [N + 7(N)] .

¢ 95(e)

T oe Ae = 27h.

3.8 Second Quantization of Bosons and Electrons

Now we briefly discuss the way to describe many-electron states by the occupation num-
bers. Such a procedure was introduced for phonons which are Bose particles and we first
generalize that procedure.

In general case, the total wave function of bosons is symmetric in replacement of the
particles. Thus it can be expressed as a symmetric product of individual wave functions

NN, 2
P = (TR ) S en@)onl@) (), (3.52)
) P

where p; label the states, ¢,, are while the sum is calculated over all the permutations of
{pi}. The coefficient is introduced to make the to total function normalized:

/|(I>|21:[d§,~:1.

The main idea is to consider @y, n,... as a function of the occupation numbers N;. Assume
that we have an arbitrary one-particle symmetric operator

FO 57 p (3.53)

a
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where fél) acts only upon the functions of §,. In is clear that acting upon @y, n, . it changes
the state of only one particle. So it is reasonable to introduce the operators with matrix

elements .
BN = VN, DN = [N =V (3.54)

It is just annihilation and creation operators introduced earlier. The operator (B.53) can
be expressed in terms of the creation-annihilation operators as

W =3 riblby (3.55)
ik
where
70 = [ aitenr@ene der. (3.56)

One can easily prove this relation comparing both diagonal and off-diagonal matrix ele-
ments of the operators. A 2-particle symmetric operator

}: 2) (3.57)

where f ., acts upon the functions of the variables £, and &, can be expressed as

F® =" f*blolbiby, (3.58)
iklm
where
i = [ i) 6. a6 en(e) de déa. (3.59)

Now we turn to the Fermi statistics to describe electrons. According to the Pauli
principle, the total wave function should be anti-symmetric over all the variables. So the
occupation numbers could be 0 or 1. In this case we get instead of (B.52)

PNiN;... \/— Z 90]31 51)%0132 (§2) - Prn (SN) (360)

where all the numbers py, ps, ..., py are different. The symbol (—1)% shows that odd and
even permutations enter the expression (B.60) with opposite signs (we take the sign ‘+’
for the term with p; < ps < ... < pn). Note that the expression (B.6() can be expressed
as the determinant of the matrix with the elements M;, = (N!)~'/2¢, (&) which is often
called the Slater determinant.

The diagonal matrix elements of the operator F() are

FO = qu 1 (3.61)

just as for the Bose particles. But off-diagonal elements are

(FW) 0 = 4 f0) (3.62)

0,1
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where the sign is determined by the parity of the total number of particles in the states
between the i and k& ones.] Consequently, for Fermi particles it is convenient to introduce
the annihilation and creation operators as

(@)% = (ah) = (~1)Zi= M, (3.63)

)

We immediately get (Check!) the commutation rules for the Fermi operators:

{ai7 a]Tg}

{a;,a} = {aj,az}zo. (3.64)

aiaL +alay = 6,

The product of Fermi operators are

(2

One can express all the operators for Fermi particles exactly in the same way as the Bose

ones, Egs. (B.53), (B.53).

Problems

. Derive Eq. (B.15).

. Prove the orthogonality of the Wannier functions.
. Derive expression (B.16G).

. Derive expression (B.24).

. Prove the identity (B.39).

. Prove the formula (B.41)).

©

W ow
S U LN =

. . . Ni,Np—1
3Note that for Bose particles similar matrix elements are (F(l))N.,lka = fi(kl)\/NiNk.
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Normal metals and semiconductors
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Chapter 4

Statistics and Thermodynamics of
Phonons and Electrons

In this Chapter we discuss thermodynamics of crystal lattice.

4.1 Specific Heat of Crystal Lattice

From the classical statistical physics, the average kinetic energy per degree of freedom is
1
g = =kgT,
k= 5B

the total energy being

£ = gpot + Ekin = 2gkin-

As a result, the total energy is
(C: - 3N0 : gkin - 3RT,

where R is the Rydberg constant while Ny is the Avogadro one. As a result, the specific
heat is

cy = 3R = 5.96 kal/K - mole. (4.1)

This relation is violated at low temperatures as far as the temperature becomes less
than the so-called Debye temperature (which is for most of solids is within the interval 100-
400 K), namely it decreases with the temperature decrease. To understand this behavior
one should apply quantum mechanics.

Let us calculate the average electron energy from the point of view of quantum me-
chanics. We have seen that normal vibrations can be described as quasiparticles with the
energy

ey = hw(N +1/2),

71
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where we have omitted the indices q and j which characterize a given oscillator. The
probability to find the oscillator in the state NN is

e—EN/kBT

WN — <—— 7 =~
—en/kBT
> v € ~n/kB

§ —€ kT

Sy ekl

To demonstrate the way to calculate the average energy we introduce the partition function

as
Z =Y e/l (4.2)
N=0

€ =

We get
g=—dIlnZ/dp, B =1/kgT.

Form the definition (see Problem [[.1)

o—lw/2kpT
Z

T 1 _ g—hw/kgT"

Making use of this formula we get

_ hw 1

(4.3)
where N(w) is the Planck function. The first item is energy-independent while the second
one is just the average energy of bosons with zero chemical potential. In general the Bose

distribution has the form .

exp [ZB;H -1

where ( is chemical potential which is equal to the derivative of the free energy:

oOF
(a—N)T,V -

Usually the chemical potential is determined by the conservation of the particles’ number.

The number of phonons is not conserved: they can be created or annihilated in course of
interactions. Therefore their should be determined from the condition of equilibrium, i. e.
from the request of minimum of free energy. As a result, for phonons ¢ = 0. The Planck
function determines the equilibrium number of phonons with a given frequency. Such a
picture allows one to consider the phonons as elementary excitations over the zero-point
vibration energy

&= (1/2)) hy(@)
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To get the total energy one should sum ([.3) over all the frequencies and vibration branches.
It is convenient to express this sum through the DOS according to the general definition

9(w) = 3 0w —wja)] (4.4

We get
o / (W) iwN () do.
0

In the first approximation let us assume that the frequencies of the optical branches are
g-independent and equal to w;y. Consequently, the summation is just the multiplication
by the Planck function N(wj). For acoustic modes we use the Debye model (see Section
2.2.4). Introducing the average sound velocity sg as

1 _1(1 2
s¢ 3 \s) s

we get the following contribution of acoustic modes

3Vh [“P w3
Sac == 271'388 /0 dw 7677‘0/’?371 1

where the so-called Debye frequency is determined from the condition of the total number
of modes to be equal to 3N for all acoustic branches,

3N = / g(w) dw.
0

From this equation

Vo S0

where Vj is the cell volume. The order-of-magnitude estimate for the maximal wave vector
qp is m/a. So according to the so-called Debye model all the values of q are confined in a
sphere with the radius ¢p. Usually, the Debye temperature is introduced as

o fwp _ fso (6721
kg kp '

67'('2 1/3 wp
wDZSO( ) ) qp = —

Vo

The typical value of this temperature can be obtained from the rough estimate a = 1078
cm, so = 10° em/s. We get wp = 10" s7!1, © = 100 K. It is conventional also to introduce
the temperatures corresponding to optical branches as

hu)jg
kg

@j:
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These energies are of the order of 10? — 103 K. Finally, we get the following expression for
the internal energy

£ =&+ NkyT (4.5)

0\ < 0,/T
3D (T) +Z476®j/T —

=

where the Debye function D(z) is

D(z) = > / e (4.6)

23 Jy er—1"

At high temperatures, T > ©; (and, consequently, 7> O) we get z < 1 in Eq. () and
then expand the integrand in powers of z. We see that D(0) = 1. The item under the sum
sign in Eq (F) are equal to 1, and we get for the sum 3s — 3. consequently, we get the
classical expression

E =& +3sNkgT

that leads to the classical expression ([.1]) for the specific heat. At low temperatures we
immediately see that optical modes give exponentially small contributions and we can
discard them. At the same time, we can replace the upper limit of the integral in (£.6) by
infinity. Taking into account that
© Pde  wt
/0 er—1 15

WQV(]CBT)4
10R3s3

that leads to the following expression for the specific heat

1274kp (T\®
cy = — ] .
v 5 0

The Debye model is very good for low temperatures where only long wave acoustic modes
are excited. The acoustic contribution to the specific heat can be expressed through the
derivative of the Debye function. We have

¢ T\? 97T 24dg
ac —_3(= ‘
3/€BN (@) /0 e —1

This function is shown in Fig. {1l One can see that really the border between the classical
and quantum region corresponds to 7' < ©/3 rather that to 7" < ©. The physical reason
is strong frequency dependence of phonon DOS. In real life, DOS behavior is much more
complicated because of the real band structure effects. The experimental DOS for NaCl is
shown in Fig. .2 (upper panel), the dash curve showing Debye approximation. Usually,
people still fit the results on specific heat by Debye approximation but assume that the
Debye temperature, O, is temperature dependent. The dependence ©(T') is shown in Fig.

K.2 (lower panel)

we get

E=E& +
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Figure 4.1: Temperature dependence of acoustic contribution to the specific heat.

4.2 Statistics of Electrons in Solids

Now we turn to the electron system in thermodynamic equilibrium. As we have seen, the
electron state for a given energy band is characterized by the quantum number k, the
average number of electrons in this state being

1
ex—¢ +1 ’
exp kgl

The function ([.7) is called the Fermi-Dirac function. The chemical potential ¢ is deter-
mined by the normalization condition

Jolex) = (4.7)

N=>" ! (4.8)

i oxp (355) + 1

The summation here should be done also over spin indices. The equation (f.§) defines
the dependence of the chemical potential ¢ on the electron density n = N/V. It is also
convenient to introduce the density of electron states with the formula similar to Eq. ({.4)

g(e) =2 Z d (e —ex) (4.9)

where we have taken into account spin degeneracy. We get

n :/ g(e) fole) de. (4.10)
0
For the quadratic spectrum with the effective mass m we have (see Problem [[.3)

m3/2
oo = G, (@11)

2
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Figure 4.2: DOS and effective Debye temperature for NaCl .

Inserting this formula to the normalization condition (f.10) and introducing the dimen-
sionless chemical potential (* = (/kgT we get the following equation for (*

V2 (mkpT)3/? .
”:?7( Zg) Fi72(C7)

where F/5(2) is a particular case of the Fermi integrals

Fu(2) = /O _atdr

e+ 1

Degenerated Electron Gas

Now we discuss the important limiting cases. The first one is the case for good metals or
highly doped semiconductors in which the density of conduction electrons is large. The
large density of conduction electrons means that ¢* > 1. That leads to the following
approximate presentation for the Fermi function

fole) =O(C —¢)
where
1, if x >0,

@@*:o,ﬁx<o
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is the Heaviside unit step function. In this approximation we easily get

kLR,
= = — /3
Co om om (371' n) .

This quantity is often called the Fermi level because it is just the border between the full
and empty states. We will also use this word and denote it as er. To get temperature
dependent corrections one should calculate the integral in Eq. (.1() more carefully. One

obtains (see Problem [{.3)
7'('2 kBT 2
—ep |1 T (2ET)
C=¢r [ 12 < er )

Now we can check when our approximation is really good. To do it let us request that the
second item in the brackets to be small. We get
€F R (37m2n)%/3
kT 2mkpT

> 1. (4.12)

So we see that the gas is degenerate at big enough electron density and small effective
mass. Note that the criterion has the ezponential character and inequality (.13) can be
not too strong (usually 5-7 is enough). In a typical metal n ~ 10> cm™3, m ~ 10727 g,

and at room temperature £~ ~ 102,
kT

Non-Degenerate Electron Gas

Now we discuss the situation when the electron density in the conduction band is not very
high and the electrons are non-degenerate. It means that ¢ < 0, exp(—¢*) > 1. In this
case the Fermi distribution tends to the Mazwell-Boltzmann distribution

fole) ~ et ee/keT

where
. | A3 h3n
= n e —
a (2rmkgT)32 |’
. 413 h3n
S 4.13
¢ (2nmkpT)3/2 (4.13)

We see that the chemical potential of non degenerate electron gas is strongly temperature
dependent. The degeneracy for room temperature is intermediate at n ~ 10*® cm=3.
These formulas are not very interesting in typical semiconductors because electrons are
taken from impurities which can be partly ionized. So the dependence n vs. T remains
unknown. To get insight into the problem let us consider the band scheme of a typical
semiconductor with one donor level ep and one accepter one €4, Fig. [.3 (the origin of
energies is the bottom of the conduction band). The most important feature is that in
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Figure 4.3: Band scheme of a typical semiconductor.

such situation we have both electrons (in the conduction band) and holes (in the valence
band). The occupation factor for holes is

fe) =1 fole) =
ekBT 41

It is natural to call the function f’(¢) as the Fermi function of holes. According to our
prescription for energies, the electron energy in the conduction band is e = h%k*/2m,,,
at the donor level ¢ = —ep, at the accepter level ¢ = —e4, while in the valence band
e = —e¢ — € where ¢ is the width of the forbidden gap while &’ = h?k'2/2m,,. If the also
introduce the hole chemical potential, (' = —eg — ( we come to exactly the same form for
the hole Fermi function as for electrons with the replacement ¢ — &', ( — (’. To get the
position of the chemical potential now we should apply the neutrality condition

numberofelectrons = numberotholes

which reads

1 1
/ gn(g)fo(s) de + E —eaC . / gp(gl)fo(fl) de’ + E cptC "
c.b. A e kBT +1 v.b. D e kBT +1

This equation is strongly simplified if both electrons and holes obey the Boltzmann statis-
tics. Denoting A = exp(¢*) < 1 and assuming that exp(¢* + e¢/kpT) > 1 we get

na G np

= l/pA_le_’“BT +
%exp <_kEBAT> +1 Aexp <_|_I;DT> +1

where we have introduced

VvaA + (4.14)

(2mmypkpT)3?
Vnp = 4m3h3
Even now we have a rather complicated situation which depends on the relation between
the energies and the temperature. In the following we analyze few most important cases.
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Intrinsic semiconductor

It is the simplest case where there is no both donors and accepters. From the Eq. (f.14)
we have

¢ =~ 3T (@) . (4.15)

We see that the chemical potential in an intrinsic semiconductor is close to the middle of
the forbidden gap. Concentrations of the electrons and holes are the same

el

n; = Ny exp <_2k‘ T) , nr = \/UnVp.
B

The concentration ny for the room temperature and the free electron mass is 2.44 - 10
cm ™3, it scales as (m,,m,)3/4T3/2.

Extrinsic semiconductor

Let us assume that only donors are present and €5 > ep. In this case we get from Eq.

(E19)
v, A <Ae’“€f?DT + 1) =np.

At very low temperatures the first term is the most important one, and

£
A= [P0 st
V’I’L

We see that the chemical potential is near the middle of the distance between the donor
level and the bottom of the conduction band, the concentration in the conduction band
being

np —-=tD

__°D_
N, ~ a e *BT =, /v,npe BT,

At high temperatures we get

n
A= —D, N, = Np.
Vn
The result is clear enough: at high temperature all the donors are ionized while at low
temperatures electrons “freeze-out” into the donor states. The situation in accepter semi-
conductor is just the mirror one.
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4.3 Specific Heat of the Electron System

Now we calculate the specific heat of the electron sub-system. Just as in the case of
phonons, we have

&= /oo eg(e) fole) de. (4.16)

Making use of the Problem [{.3 we can write the integral in the universal form

[:/Ooox(e)f(e)daz/ooogo(g)( ‘ZO) iz (4.17)

with

In our case,

(2m)3/2
p(e) = 5a2h3 e,

Then exactly as in the Problem [[.3 we obtain

_ (2m) 52 1 5_7T2 kel
5 27:1,3 8 (2

According to the same problem, the chemical potential ( is also temperature-dependent,

and ,
3?2 = 5/ 2171 = 5i kT
24 (Syal

Making use of this equation, we get the final result

£ = (2771)?)/26%/2 [1 Lo 52 (kBT>

57T2h3 12 (2

Finally, we get

oy = \3["%3 kLT, (4.18)
We see that ¢y o< T, it goes to zero at T'— 0 (the Nernst theorem). The physical meaning
of Eq. (E.I8) is very simple - only the electrons in the narrow layer kg7 could be excited;
their number being g(er)kpT while the contribution of each one to the specific heat being
kg.

It is interesting to compare electron and phonon contributions to specific heat. At room
temperature and ex =~ 1 eV we get that the electron contribution is only few percents in
comparison with the phonon one. But it is not the case at low temperatures where the
phonon contribution goes like 7% while the electron one is oc 7.

For the Boltzmann statistics one can substitute the Boltzmann distribution function

into Eq.(f.16). The result is (see Problem [f.4)
Cy = (3/2)%[433
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4.4 Magnetic Properties of Electron Gas.

Now we will discuss the basic magnetic properties of electron gas. We start from the
recalling of the main thermodynamic relations for magnetics.

Basic thermodynamic relations.

In a magnetic field H a sample acquires the magnetic moment M. For a volume dV one
can introduce magnetization

dM = M(H) dV.

_(du
o \aH H=0

is called magnetic susceptibility. It is a dimensionless quantity. According to the thermo-
dynamics, the change of the internal energy is

d€ = dQ + dA

where d@ = T'dS is the transferred heat (S is the entropy) while dA is the work with the
system, dA = —M dH. Finally

The derivative

dé =TdS — MdH.
Consequently, for the free energy F = & — TS we get
dF =—-SdI'— M dH,

OF OF O*F
S—‘(a—T)H’ M“(a—ﬂ); X—‘(am)w‘

So, the main quantity is the free energy.

and

Magnetic susceptibility of a molecular system.
Classical theory.

Now suppose that the gas consists of the molecules with magnetic momenta 14 (we re-
produce the Langevin theory of a paramagnet gas). As it is known, the average magnetic
moment in this model is

(1) = L (ﬁ;%) . L(z) = coth(z) — = (4.19)

T

is the Langevin function (see Problem [{.4). At low fields or at high temperatures one can
expand this function as £(z) ~ z/3 and get

_ UIn
© 3kgT’

Note that we have reproduced the Curie law x oc 1/T, which is pure classical.

M =n(l) = xH, X
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Quantum theory.

According to the quantum mechanics, the angles between the magnetic moment and the
magnetic field can take only discrete values. To take into account quantum effects one
should recall that for an electron in the atomic stationary state the orbital momentum
projection is £, = hl where [ is the magnetic quantum number, the magnetic momentum

being M, = upl where

h
lip = ﬁ = 0.927 - 107 erg/Oe

is the Bohr magneton. A free electron also posses the spin momentum s, = +4/2 and
magnetic momentum pp ( note that the ratio M, /L, for a free electron is twice greater
than for the orbital motion).

To get the total momentum, one should sum the orbital and spin momenta in a vector
form. As a result, the magnetic moment is not parallel to the mechanical one. We do not
come here deeply into quantum mechanics of a spin. Let us just mention that the result
is that there is a quantum number j for a total mechanical momentum which is equal to

h\/j(j + 1), the magnetic momentum being

JG+1) +s(s+1)—1(1+1)
2j(5 +1) '

i = UBYL, gr =1+

Here gy, is the so-called Lande factor, [ is the orbital quantum number (the total orbital
moment being h\/I(l + 1)), while s = £1/2 is the spin quantum number. As a result,
there are 2j + 1 discrete orientations with the angles v, determined by the condition
cos ¥, = m/j where magnetic quantum number m takes the values j, j—1, ..., —j+1, —j.
The energy in magnetic field is determined as

—piH cos ¥y, = —upHgrm

The average magnetic moment could be calculated just as in the Problem with the only
difference that we have discrete sums instead of integrals

(n) = HBQL% lln ( Z €am>] (4.20)

m=—j

where o« = puggr H/kpT. In weak field o < 1, and

2
12 m —
X = 3kJZT, fesr = a9/ + 1). (4.21)

Paramagnetism of Free Electrons (Pauli Paramagnetism).

Now we are prepared to discuss the magnetic susceptibility of a gas of near free electrons.
In this case the orbital moment [ =0, j=s=1/2 and g; = 2. Consequently one could
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expect quite big magnetic susceptibility according to Eq. ({.21)). This statement strongly
contradicts with the experiment - in fact the susceptibility is small. This very important
problem was solved by Pauli in 1927 and it was just the beginning of quantum theory of
metals. The key idea is that the electrons have Fermi statistics and one should calculate
the average in Eq. (f.20) taking into account the Pauli principle.

To make such a calculation let us recall that the electron energy in a magnetic field
depends on the momentum orientation

e+ = F upH.

Consequently

M=y -0 =22 [ (len) - fole)) o) e

(the factor 1/2 is due to the fact that we have introduced the DOS g(¢) including spin
factor 2). For small magnetic fields we can expand the square brackets and get

X = u]"g/ (—%ﬁs)) g(e) de.

To get the final formula one should take into account that

i. e. the derivative of electron concentration with respect to the chemical potential. This
quantity is often called the thermodynamic density of states. So we get

_ 200

Now the magnetic susceptibility can be calculated for any limiting case. For example, the
temperature-dependent part for a strongly degenerate gas (see Problem [{.5)

X = tipg(er) [1 - (M)Q (4.22)

12 €

We see very important features: at low temperatures the main part of magnetic suscepti-
bility is temperature-independent. Comparing the free electron susceptibility (f.22) with
the Langevin one ([{.21]) we see that for electrons the role of characteristic energy plays the
Fermi energy ep. For the Boltzmann gas we return to the formula (£.21)).

Paramagnet Resonance (Electron Spin Resonance)

We take the opportunity to discuss here a very important tool of the modern solid state
physics to investigate the properties of both the conduction electrons and the electrons
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belonging to impurity centers. As we have seen, in an atomic electron the level’s splitting
in the magnetic field is proportional to the Lande factor g;. In a solid state electron there
is also spin-orbital interaction, as well as the interaction with the lattice. So one could
introduce instead of the Lande factor the so-called spectroscopic factor gs which effectively
describes the level’s splitting. This factor is often called simply g-factor. In general case
gs 7 2, it can be anisotropic and also depend on the magnetic field direction.

Under the external magnetic field the levels split. In simplest case, the electron level
splits into doublet corresponding to s = =1, in general case the splitting-can be much
more complicated. It is important that in any case the selection rule for a dipole magnetic
transitions Am = £1. So one can study resonant absorption of electromagnetic field in

the sample obeying the condition
hw = gs,UBH .

Consequently, one can determine the behavior of g-factor which is a very instructive quan-
tity. The position and width of the resonant peaks allows one to make many conclusions on
the symmetry of the local field in a crystal, interaction with neighboring magnetic atoms
and with the lattice vibrations, etc.

The very similar picture hold for atomic nuclei in a crystal, the corresponding approach
is called the nuclear magnetic resonance (NMR).

Phenomenological theory of EPR.

Here we show a very simple theory of EPR (Bloch, 1946). If M is the magnetization vector
and L is the mechanical momentum of a volume unit, we have the following equation of
motion

dL

(just the sum of equations for different particles). According to very general concepts of
quantum mechanics

M =1L, ="
2mec
So we get the close vector equation for M
dM

To get explicit results let us assume that
H = H, + H; exp(—iwt), Hy || z, Hy || x.
The solution can be expressed in the form
M = M, + M, exp(—iwt), M || 2.

We get instead of Eq. (f.23)
—iwM, = yMyyHy
—iwM, = ~y(M.H, — M.Hy)
—inlz - _’VMlyHlx

Q&
=)
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where we keep only linear in the field H; terms. Solving this equation we get

_Me X0
Xz H, 1 — (w/wp)?

where \
Xo = HZZ’ wo = v Hy.

We see that at w — wy x — oo (note that the relaxation is neglected).

Diamagnetism of Atoms and Electrons (Landau Diamagnetism).

Now we are going to show that there is also diamagnetic contribution to the magnetic
response which is usually masked by more strong paramagnetism.

Gas of atoms.

Let us start from an isolated atom with Z electrons which is place in a magnetic field
H || z. According to the Larmor theorem the influence of magnetic field is the rotation
around z-axis with the Larmor frequency

wr, = eH/2mc.

The corresponding magnetic moment is —pH. Consequently, if we introduce the mechan-
ical momentum [ we come to a universal relation

M_ch ’

Taking into account that
z

| = meZ(xf + y?)

i=1

we come to the following expression for diamagnetic susceptibility

2

Z
_m_cn DR
Xd = H  4mc? (25 +97).

=1

The order of magnitude estimate for 3.7 (22 + 42) is Za®. If we compare this result with
the Langevin paramagnetic response ,uQBn/ kT we get

Xd Zk?oT

X_pN e?/a

Usually this ration is 1072 at room temperature.
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Free electrons. Classical theory.

One can imagine that such a description holds for electrons. Indeed, a free electron’s orbit
moves along a circle in the plane normal to H, the radius being
mcv, UL

.= = 4.25
" eH We ( )

where
eH

mc

(4.26)

We =

is the cyclotron frequency. Note that w. = 2wy, where the Larmor frequency w; was
introduced earlier. The corresponding magnetic moment is

_ercor mu? /2
 2¢ H

Making use of the classical statistics, namely assuming mov? /2 = kgT', we get

kgT
X =N

It is clear that we have got a wrong equation, because it is charge-independent. It is
interesting that the wrong result is due to the assumption that all the electrons have
circular orbits. It appears that surface orbits which are not circles contribute to the surface
current. So we will be more careful and show that according to classical physics one should
get zero susceptibility for free electrons.

Let us introduce the vector-potential A(r) of the magnetic field as

H =curlA.

For H || z we have A ||y, A, =aH. The classical Hamilton function is

H= o <p+ZA>2 +U(T) (4.27)

2m

where U(r) is the potential energy (remember that we denote the electron charge as —e).

The partition function is
H N
Z = d d - 4.2
[ [ e (<15 (4.28)

where N is the total number of particles. The free energy is, as usual,
F=—-kgTlnZz.

One can shift the integration variables p in Eq. (f.28) by (e/c)A(r), the shift being p-
independent. We come to the conclusion that the partition function is field-independent
and xy = 0.
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Electron gas. Quantum theory. Quantum mechanics changes the situation com-
pletely. To understand the result let us apply a uniform magnetic field and assume that
we have taken into account the periodic potential by the effective mass approximation. As
was shown, the electron states in a magnetic field could be specified by the set of quantum
numbers o = N, ky, k., the energy levels

h2k? R’k
= = hw (N +1/2
= — (N +1/2) +

VN

€a =EN + (4.29)
being dependent only on N, k..

To obtain thermodynamic functions one should calculate the density of states in a
magnetic field. First we should count the number of the values k, corresponding to the
energy &, (the so-called degeneracy factor). As usual, we apply cyclic boundary conditions
along y and z -axes and get

2m 2m
k, = —n k,=—n,.
Y Ly v Lz
At the same time, we assume that the solution exists only in the region
0< |l’0| < L,.
So, the degeneracy factor is
L L L,L,
Y pmax __ y2 xglax —— - (430)
2 Y 2mai; 2mai;

This is very important relation which shows that one can imagine Landau states as cells
with the area a%. We will come back to this property later.

Now it is easy to calculate density of states treating the k, variable as for the usual 1D
motion

2lk.|L.  2v2mL,
2r  27h
for each state with a given N. Finally, the total number of states for a given spin is

where one has to sum over all the values of N with non-negative e —fiw.(N+1/2). The total
number of sates is Z(g) = 2Z,(¢). To get DOS one should to differentiate this equation
with respect to e. the result is

Ve —hw.(N +1/2)

dZ(e) _
de (2m) 2haH Z Ve — hw.(N +1/2)

gs(e) =

To take the spin into account one should add the spin splitting

iﬂBgsH
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to the energy levels (f.29). If we ignore the spin splitting we can assume spin degeneracy
and multiply all the formulas by the factor 2. We take it into account automatically using
9(e) = 2gs(e).

The behavior of the density of states could be interpreted qualitatively in the following
way. The Landay levels as functions of magnetic field for a given value of p, are shown
in Fig. .4. They form the so-called Landau fan. The Fermi level is also shown. At low

0987 6 5 4 J

A7

Vel

Figure 4.4: Landau levels as functions of H.

magnetic fields its dependence on magnetic field is very weak. We see that if magnetic field
is small many levels are filled. Let us start with some value of magnetic field and follow
the upper filled level N. As the field increases, the slopes of the "fan” also increase and at
a given treshold value Hy for which

15 N(H N) = €fF.

As the field increases the electrons are transferred from the N-th Landau level to the other
ones. Then, for the field Hy_; determined from the equation ey_1(Hy_1) = €r the (N —1)

becomes empty. We get
. 1 1 h
HN%mCGF—,soA (—)z .
H MCER

We see that electron numbers at given levels oscillate with magnetic field and one can expect
the oscillating behavior of all the thermodynamic functions. To illustrate the oscillations

the functions
~ 1
YA = —N——
EEDMIEERES

as well as the difference between its classical limit (2/3)2%/? are plotted in Fig. [£.5.
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Figure 4.5: Number of filled states as a function of the energy.

Quantitative theory of magnetic susceptibility.

Now we are prepared to calculate the magnetic susceptibility. Using the known formula
for the entropy of the Fermi gas we get the following expression for the free energy

F= nC—kBT/Ooln [1+e,§ﬁ] g(e)de =n¢ — /OO fole)Z () de.

€0

Here ¢y = hw./2 and we have integrated by parts. Making the second integration by part

we get
Feneo / ~ C%) B(e) de (431)

where
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The behavior of the function ®(¢) depends on the number of level which are present in the
summation over N. One can derive the auxiliary formula (see Appendix B)

K(z) = ZN(x —n— 1/2)3/2 — %xm o %xl/g_

—5e7 Lot [Siﬂ(%lx)s (@) + cos(27lz)C (\/Mﬂ

As a result the function ® in (f.31)) is

c A (2m)3/2(hwc)5/2
hw, )’ N 3m2h3 '

(—%) ~6(e —ep)

and we see that the free energy oscillates in magnetic field, the period of the [-th item
being fw,./l. At the same time, at

y@:AK(

At strong degeneracy

kT > hw,

g er 5/2_i er 1/2
5 \ hw, 16 \ hw, ’

The second item is field-independent, and we get

the oscillations are smeared, and

F =nep— A

0*F 1v2 <@)2m3/2,u236F

XT T T T3 13

m

One can easily show that the ratio of this diamagnetic susceptibility to the Pauli param-
agnetic one is

()

3\m/ ’

This ratio can be large in semiconductors.
In the opposite limiting case,

kT < hw,

the oscillations of the free energy and of the susceptibility are pronounced. It is the so-
called de Haas-van Alphen oscillations which were first observed in Bi (1930). It is very
important effect to determine the characteristics of the Fermi surface of metals. A typical
shape of these oscillations is shown in Fig. E.G. In a non-degenerate gas we have the
Boltzmann distribution instead of the Fermi one and we get (Check!)

Ahw, . € 1\ 2
—nl — et E —N— = —</ksT 4.32
F=ne—re NZO(th 2) ‘ (432)
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-1

Figure 4.6: De Haas-van Alphen oscillations.

Then we easily get (Problem [{.4)

3/ T\ . 2z€?

where z = fw,./2kgT. The only magnetic field dependence is due to the last factor. At low
magnetic fields we can expand the expression in square brackets as 1—22/6. Differentiating
with respect to magnetic field we get

() o

=5 bt

So we come to the conclusion that the relation between the diamagnetic and paramagnetic
parts holds also for non degenerate gas.

.5 Problems

Calculate the partition function for a harmonic oscillator.

. Prove the expression ([.11)).
. Calculate temperature-dependent corrections to the chemical potential of a Fermi

NN

09
0

Calculate specific heat for the Boltzmann gas.
Derive expression (f.27) for magnetic susceptibility.

1
2
3
4
5
6. Derive the formula (f£.33) for magnetic susceptibility of Boltzmann gas.

Q)

>~
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Chapter 5

Summary of basic concepts

In this very short chapter we discuss main concepts of the first, introductory part of the
course and try to understand their range of applicability.

1. The first concept was translation symmetry of crystalline materials. This concept
allowed us to classify the structure of crystals and to formulate the basic theory of lattice
vibrations. It was shown that under harmonic approximation one can introduce normal
co-ordinates of lattice displacements which are independent. In fact, because of translation
symmetry, these displacements propagate as plane waves which are characterized by the
wave vector q and frequency w(q). The dispersion law w(q) is periodic in g-space, the
period being the reciprocal lattice vector G which can be constructed from the basis b;
as G =), n;b; where n; are integers. Consequently, one can chose a basic volume in
the reciprocal lattice space (the Brillouin zone, BZ). The properties of the dispersion law
w(q) are determined by the crystal structure, in particular, by the number s of atoms in a
primitive cell. There are 3 acoustic branches and 3s — 3 optical ones.

It is clear that the exact periodicity is not the case in real life because i) all the samples
are finite, and ii) many important systems are inhomogeneous. Consequently, this approach
do not take into account surface states, interface states. Moreover, the imperfections of
the crystal lattice (defects, impurities) lead to violation of the translation symmetry and,
as a result, to scattering of the waves. As a result, if the degree of disorder is large, all the
picture developed above needs important corrections. In particular, some localized modes
can appear which are completely beyond the scope of Part 1.

2. The properties of the lattice waves allowed us to introduce the central concept of
solid state physics - the concept of quasiparticles. Namely, the lattice vibrations can
be described as a set of quasiparticles (phonons) with quasimomentum fq and energy
fw;(q). They can be treated as the Bose particles with zero chemical potential, the only
(but very important) difference being that (as we will see later) in all the interaction
processes quasimomenta q are conserved with the accuracy of G.

Remember, that all the formulation is base on the harmonic approximation. The lattice
anharmonicity leads to the interaction between quasiparticles. This interaction together
with the scattering by defects lead to the dumping of quasiparticles. It means that a
quasiparticle is not exact eigenvalue of the total Hamiltonian of the system and the quasi-

93
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momentum hq is not exact quantum number. Physically, the quasiparticles have finite
mean free path ¢ that is the characteristic distance of the wave function dumping due to all
the interactions. The length ¢ is very important property for all the transport phenomena.
One can understand that the concept of quasiparticles can be valid only if

1
Qph > —.
Con,

Another formulation of this inequality is that the wave length 27 /¢ should be much less
than the mean free path ¢. Indeed, quantum system should have enough space to form a
stationary state. In most situation this condition holds because the anharmonicity is rather
weak (we will estimate it later). Nevertheless, there are some important situations where
phonons could not be considered as independent quasiparticles. In particular, phonons
can interact with electrons. In some situations this interaction appears strong enough to
form bound states -polarons. 1t is clear that in such a situation the concept of independent
weakly interacting phonons fails.

3.The translation symmetry influences strongly upon the electron system. As we have
seen, the concept of Bloch electrons can be developed. The main advantage is that the
periodic potential created by the lattice and other electrons in the first approximation leads
only to the renormalization of the electron spectrum from p?/2mg to more complicated
function e(p) which is periodic in p-space

e(p + G) =¢(p).

Again, we come to next to independent quasiparticles with the quasimomentum( k = p/hconfined
in the BZ. As in the case of phonons, electrons have several energy bands, €;(p).
The most important for applications feature is that one can treat the function

H(p,1) =¢; (P+oA()) + Ur)—e(r)

as the Hamiltonian to describe the motion of a Bloch electron in external fields. This is very
important statement because it allows one to analyze the electron motion in external fields.
Its range of applicability is limited mainly by one-band approrimation - it is implicitly
assumed that interband transitions do not take place due to external fields. In particular
this approach fails if the frequency w of external field is close to the |e;(p)—¢;(p)| for a
given p. One can see that one cannot use the simplified effective mass approach for the case
of degenerate bands in semiconductors (one should bear in mind that there are some special
methods to treat this case, we will discuss some of them later). Another criterion is that the
typical spatial scale of motion, £, should be greater than the lattice constant a. Indeed, the
Bloch state is formed at the distances much greater than a, and external fields should not
interfere with the formation of the electron state. The latter criterion is, in fact, dependent
of the problem under consideration. Suppose that we are interested in the formation of a
bound state Bloch electron+impurity with Coulomb potential. It is the typical problem of
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semiconductor physics. Substituting the Hamiltonian p*/2m + ep = p?/2m — e*/er with
the effective mass m to the SE we get the effective Bohr radius
2

ap =1 = a0 = 0530,
me m m
In this case the criterion for one-band approximation is ag > a. This criterion can be mat
only in materials with small effective mass and large dielectric constant €. For the so-called
deep levels. as well as for some interface states this approach is not valid.

The electron states as the phonon ones can be destroyed by the impurity scattering, as
well as by electron-phonon and electron-electron interaction. Form the first glance, electron
should interact with each other via very strong Coulomb forces and it is impossible for them
to be near independent. Nevertheless, i) the total system is electrically neutral, and ii)
electrons effectively screen electric fields. As a result, Coulomb interaction appears mostly
included in the self-consistent potential and the remaining effects can be not important
for many actual problems. We will come back to the electron-electron interaction in the
following parts.

At the same time, there are important physical situations where the interaction play
crucial role and change the ground state of the system. One example is the formation of
the polaron (electron+phonon) states, another one is the formation of a superconductor
states. The properties of superconductors will be discussed in a special Part.

Up to now, we have described the electron states as stationary solutions v = e u(r)
of the SE. To describe the transport it is useful to form a package of the electrons with the
quasimomenta p, p+Ap. According to the uncertainty principle,

ApAr = h.

Now, if we want to localize the quasiparticle, the uncertainty Ar should be, at least, less
than the mean free path ¢. The upper limit for Ap is p. So, we come to the criterion

h

p > R

For a typical metal p &~ fi/a, and we get £ > a. There is another important criterion which

is connected with the life-time 7, with the respect of the phase destruction of the wave

function. The energy difference Ae which can be resolved cannot be greater than h/7,. In
the most cases Ae ~ kg7, and we have

h
kgT > —.
Te
Note that elastic scattering does not contribute to the phase destruction.
The previous part of the course has outlined the physics of independent quasiparticles
which are very often called the elementary excitations.
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CHAPTER 5. SUMMARY OF BASIC CONCEPTS



Chapter 6

Classical dc Transport in Electron
and Phonon Systems

In this chapter we discuss transport properties of bulk normal conductors and insulators.

6.1 The Boltzmann Equation for Electrons

General Form

The description of quasiparticles as wave packages allows one to introduce the non-equilibrium
distribution function f(p,r) which is the average occupation number for the state p at the
point r. In the absense of external fields and interactions this function is equal to the
equilibrium one, fy. Otherwise it becomes time dependent, and one can write

4 _

= 1)

where I(f) = (0f/0t)con is called the collision integral. One can write the Lh.s. as
af of g df Op

ot aratJr%E'

Using the Newton equation we can write the previous formula as

of  of 1 of
EJrva—e(EJrg[va]) o

The collision integral describes transitions between the states with different p due to col-
lisions. It can be specified if one knows the collision probability W (p,p’). Indeed, the
change of the distribution induced by the collisions is

decrease: — Z W(p,p)f(p)[1—£(p')] — “out” term,
p/

97
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increase: ZW(p’,p)f(p’) [1— f(p)] — “in” term.

The first term describes the scattering processes in which the electron leaves the state p
while the second one describes the processes where an electron comes to the state p from
other states p’. The factors [1 — f(p)] takes account of the Pauli principle. So

I(f) =Y _AW@,p)f(P) 1 - f(P) = W(p,P)f(p)[1 - f(P)]} - (6.1)
Finally, we get the Boltzmann equation for electrons
of  of 1 of _
E—i—va—e(E—kg[va])%—l(f). (6.2)

Let us investigate general properties of the collision integral. It is clear that if the
system is in equilibrium the collision integral should vanish, I(fy) = 0. Making use of the
relation

1= e o ()

we get the general property

! € . ! g
W(p',p) exp (—kBT> =W (p,p’) exp (kBT)
/

where € = £(p), € = ¢(p’). For any elastic scattering

W(p',p) = W(p,p)

and we get

I(f) =Y _W(p,p) [f(p)) - f(p)] - (6.3)

We see that the Pauli principle is not important for elastic collisions because it is met
automatically. Now we will discuss one important collision mechanism to show the main
properties of the transport, namely, the impurity scattering. This mechanism is important
at low temperatures and in rather dirty materials.

Impurity scattering

Under the Born approximation, the scattering probability for impurities is

W(p.p') = 7 [Vl £(0) — <(p)] (6.4

where V,p is the matrix elements of the impurity potential

V(r) =) v(r-Ry (6.5)

7
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which is the sum of the potentials v of the individual impurities between the Bloch states

1 .
ezk

VvV

Substituting (6.5) into the expression for matrix elements we get

p

.

ruk(r), k

Vo = V7! Z/v(r — 1) ey () (r) dPr
= V_lZei(k_k')Ri/v(r)uf(,(r)uk(r) ¢! =Kr 3,

_ -1 Z i(k—k)R;
= V e Up’p .
i

Here we have assumed all the impurity atoms be of the same kind and their positions in
the primitive cells are equivalent. So we have shifted the origin of the frame of reference for
each cell by an appropriate lattice vector. Now we can calculate the scattering probability

(6.4). We get

27T 1 ’ ’ i(k—k’ —Ry,
3z | VD) [ppl” [z(p) —£(p)] D eI

ik

where we replaced the summation over the discrete quasimomenta by the integration
2V
V[ (dp)) = p' .
> - [ = o [

The last sum can be strongly simplified because the positions of the impurities are random
the distance between them is much greater than interatomic spacing a. So we can average
over their positions and the only terms important are the ones with i = k (the other
oscillate strongly, their contribution being very small). As a result,

Z cik—K)(R;—Ryp) — Nimp
i,k

where Ny, is the number of impurities. Finally, we get the following collision integral

2

100) = s [ ) loel? 3 0) — =(60) [ 10

’

) - f(p)] (6.6)

where we introduced the impurity concentration as n; = N,/ V.
Now we change the variables from p’ to the energy ¢’ and the surface S’ defined as
e(p’) =¢'. We get

2 2 2 de’
By = ds' dp', = ds’
P P 3% 0! fop|

(27h)? (2rh)? (2rh) = de'(dsz))
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where we have denoted
2 dS

(27h)3 v
Note that the densoty of states is given by the expression

9= | (ds)

where the integral is calculated over the surface of constant energy ¢(p). Using the above
mentioned notations we can than apply the J-function to integrate over the . The result
has a simple form

(dse) =

I(f) = 2%Tnz/s (dser) vy, ?

El

)= fP)]- (6.7)

The Transport Relaxation Time

Now we demonstrate a very useful representation of the collision integral that makes the
solution of the Boltzmann equation rather simple. Let us assume that the deviation from
equilibrium is small, so that

[ =Jfo+ fi1, |f1] < fo.

Because I(fy) = 0 we have I(f) = I(f1). To get explicit results we assume that the
spectrum £(p) is isotropic. Consequently p = p’,  vp depends only on the angle between
p and p’, the surface S is a sphere and the integration is in fact performed over the solid
angle.

It is convenient to write the function f; as

fi=-n-f(e), n=p/p (6.8)
is the unit vector directed along p. In this case

dasy
47

100) = 1) [ 5 W) (cos(pF) — cos(peD))

—

where ' is the solid angle in the p’-space, § = p, p’ is the angle between p and p’, while
(Check!)
n;|v(6)|?
W(0) = W% g(e). (6.9)

Then we can transform the integral as follows. Chose the polar axis z along the vector p.
Now let us rewrite the equation

p-f=p.f.+p -fL
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as
cos(;/),\f) = cos(p/’,\p) COS(EB) + sin(p/’z)) sin(EB) COS Py £, - (6.10)

Here pp ¢ is the angle between the projections of p’ and f to the plane normal to p. Note

that the angle [:5’ = 0. The second term in (f.10) vanishes after integration over o g
1071

Finally we get

I(f):—%:—f;fo
where -
Titr = %/0 W () (1 —cosf) sinfdb . (6.11)

The quantity 7, is called the transport relaxation time. In many situations the Boltzmann
equation is represented in the form

of 0 )
a—{—i—va—{—e(E—i—%[va])%: (6.12)

Here we have shown that this form is ezact for elastic impurity scattering if the non-
equilibrium function can be expressed as (6.8). One should remember that we have made
several important simplifications:

e [sotropic spectrum;
e Elastic scattering;
e The form (f.§) for the non-equilibrium distribution function.

All these assumptions are important and in some cases they can be wrong. Nevertheless
the form (B.19) allows one to get good order-of-magnitude estimates and we will extensively
use it.

6.2 Conductivity and Thermoelectric Phenomena.

DC Electric Conductivity

Let us apply the outlined approach to calculate the conductivity of a conductor. Namely, let
us assume that a weak stationary electric field E is applied to the sample. The Boltzmann

equation has the form
—e (E-g):—f_fo. (6.13)

Tir

Because the field is weak we can assume that

f=f+fi, LAxE, |il<fo
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and we can replace f — fo in the Lh.s. and get e(E - v) (—0fy/0¢). Immediately we get
fi=eE - v)1,.(0fy/0z).

We see that it has just the form of (b.§) that justifies our approach. Now we calculate the
current as

i==c [nvi=¢ [t nvEv) (-5) (6.4

(the function fj is even in p and does not contribute to the current). Again, we can average
over the surface of a constant energy as

/memaﬂk&M®ww=/%ﬂwM®k

where

— fSe M(p) (dse)

In the case of an isotropic spectrum the average (b.15) is just the average over the angles.
Finally for the isotropic spectrum we get Ohm’s law j = oE with

o= / gz (-%) 4(5)D(e) (6.16)

(6.15)

where

D(e) = % <v27'tr>€

is the partial diffusivity for the electrons with the given energy.

Indeed, consider a gas of electrons with the mean free time 7 and mean free path ¢ = vr.
Let the density of electrons, n, be non-uniform along the x-axis. In this case the flux of
the electrons through 1 cm? of the surface normal to x is equal

Q
ip(x) :/ne(x—écose)vcosﬁi—

T
where 6 is the angle between v and x while ¢ is the electron mean free path, ¢ = vr,. Here
we have taken into account that the electrons have arrived at the point with coordinate

x from the point with the coordinate x — fcosf in a ballistic way. As a result, non-
compensated current is

onelv (! v On,
ip=— g; ?U/_lcos%’d(cos@) = _gv 82 :
According to the definition of the diffusivity (diffusion coefficient), we get D = (v/3 =
/027_‘51"/3-
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In the case of Fermi statistics where (—0fy/0e) = 0(e — €r) we get the Drude formula

(Problem [6.3)

ne’ri,
oo = e’D(ep)g(er) = mt : (6.17)

The first expression is known as the Einstein relation.

If the degeneracy is not so strong, the energy dependence of the factor D(e) becomes
important. This is just the case for semiconductors. We will come back to this problem
after the analysis of important scattering mechanisms which determine the dependence

Ttr (E)
In general anisotropic case the Ohms law has the form

j=6E, or ji=) ouby.
k

The conductivity tensor 6 can be calculated with the help of the relation (b.I1G) if the
diffusivity tensor

Dik = <U¢]_1Uk>€

is known. Here the formal ”inverse collision operator” is introduced which shows that one
should in fact solve the Boltzmann equation.

AC Conductivity

Solving the Boltzmann equation for the perturbation o exp(—iwt) we obtain

Here angular brackets mean

_ [dePA(e) (0fy/0¢)
) = [ de 32 (0fo/0¢)

The real part of this expression,

1 Ttr
Reo) =on s ()

represents ac loss in the sample, while imaginary part is the contribution to dielectric
function. The typical scale for the momentum relaxation time is about 10712-107!* s,
Consequently, frequency dependence is important at microwave frequencies.
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Thermoelectric Phenomena

Now we demonstrate another kind of problems which appear if a temperature gradient s
created in the sample. In this case the temperature is a slow function of co-ordinates and
can be expressed as

Tr)=T\+ (r—r)VT, T, =T(ry).

If the characteristic scale of the spatial variation of the temperature, T/|VT|, is large in
comparison with the scale at which temperature is formed (that is usually the phonon mean
free path, £,,) one can assume that at any point the distribution is close to equilibrium

o fole,r) = [exp (5 — C(r)) v 1] B (6.18)

kgT
Here we take into account that the chemical potential ( is also coordinate-dependent, since
it depends on the temparature. Consequently, we get

Vefo = (—%) {vqr)f - gVT(r)} .

Thus in the Lh.s. of the Boltzmann equation we get

o+ St v (<52

Comparing this expression with the corresponding Lh.s. of Eq. (6.13) of the Boltzmann
equation in the case of electric field we observe that an additional effective 0E = V((/e)
electric field appears, the total field being

E*=V (g—go) = -V

e

The quantity ¢* = ¢ — (/e is called the electrochemical potential. This quantity rather
the pure electric potential ¢ describes the transport. In the following we will assume that
the static electric field includes this correction. Thus the first item leads to the extra
contribution to the Ohmic current and finally j = ocE*. As for the second one, we can plug
it into the equation

— P B
to get
fl :Ttr% (VVT)% (619)

Now we substitute this expression into Eq. (B.14) and calculate the current. The result
can be expressed as jr = —nVT with

1=-5 [dsEnEE-o (-5, (6.20)



6.2. CONDUCTIVITY AND THERMOELECTRIC PHENOMENA. 105

This expression differs strongly from the corresponding expression for the conductivity
by the factor (¢ — ¢) under the integral. Indeed, assume that the temperature is zero,
so (—0fo/0e) = (e — ep). We see that n = 0. At finite temperatures, some electrons
are excited above the Fermi level forming quasi-electron excitations and leaving quasi-hole
ones below the Fermi level. Both quasiparticles are dragged by the temperature gradient
in the same direction, but they have different charges. Consequently, there is almost exact
compensation of the contributions, the remainder has the order of kg7 /er. Indeed, because
(—0fo/0e) is a sharp function we can expand the integrand as

oD = gler)Dler) + (= = ) | (55D

E=€p

Note that er = ((7" = 0). The contribution of the first item vanishes after substitution to
Eq. (6.20). To calculate the second contribution we extract the constant factor

(9D)r = [(d(g(e) D(e)) /de],

F

out of the integral. In the remaining intergral, we introduce a new variable, v = kT (¢ —(),
and extend the limits of integration over 7 to —co, co. We are left with the integral

ek?T /OO 72 dry
— DY, Lo
g 4 (9D)r oo cosh®y/2

The results is )

T
n= ? ek%T(gD)/F .

This is the well known Cutler-Mott formula.
There are some important comments in connection with this formula.

e The thermoelectric coefficient is proportional to the first power of the charge. Con-
sequently, it feels the type of the carriers and provides the way to determine it from
the experiment.

e In the case of non-degenerate materials the thermoelectric coefficient is much more
sensitive to the dependence of D(er) on the energy than the conductivity because in
contains the derivative.

e If there are several kinds of carriers the behavior of thermoelectric coefficient becomes
rich and very instructive to understand what happens.

Thermoelectric effects have important applications. Indeed, we have seen that in our
simplest case the current can be written as

j=oE* — yVT.
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If the circuit is open j = 0 and we obtain the thermoelectric field

E'=aVl, a=21
g

The quantity « is called the differential thermo-e.m.f. or Seebeck coefficient. Indeed, the
voltage across the sample is

V= /12a(dr VT) = /:2 o(T) dT.

To measure this voltage one should prepare the thermocouple, i. e. system depicted in
Fig. B.1. It should contain 2 branches fabricated from different materials. The voltage

Figure 6.1: The scheme of thermocouple.

measured between the leads is
Ty
Vp = / (0 (T) — ay(T)] dT.
T

We see that it is a relative effect, to measure absolute thermo-e.m.f. one branch is made
of a superconductor.

6.3 Energy Transport

Now we discuss the energy transport in an electron system in the presence of electric field
and temperature gradient. First we should define the energy flux. There are 2 conventional
ways to express the charge and energy currents, j and w, respectively. The first one is to
express both currents through the field E* and VT'. In this way

j = oE"—nVT,
w—¢'] = yE*—pVT. (6.21)
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The quantity w — (*j has a physical meaning of the heat flux since we subtact the “con-
vectional” energy flux ¢*j = ({ — ep)(v) from the total energy flux.

More usual way is to express the electric field and the energy flux through the current
j and VT. In this case we get

E* = pj+aVT,

w—pj = IIj—»VT. (6.22)
It is clear that .
pP= ) Oé:ﬁ? H:l’ %:6+H77
o o o

The quantity p is called resistivity, s is called thermal conductivity, while II is called the
Peltier coefficient.

The physical nature of the differential thermo-e.m.f. has been already discussed. The
nature of the Peltier coefficient can be visualized if one induces a current through the
boundary between two materials at a given temperature. If II; # Il; the fluxes are different
and it means that some energy is taken from the contact or it is given to the contact. So,
one has the way to cool, or to heat special regions. This is very important property for
applications.

Due to fundamental Onsager relations all the thermoelectric coefficients can be ex-
pressed through only one, say differential thermo-e.m.f. «.

Assume that some generalized forces X; are applied to the system. They induce currents

Ti =Y QuXx
k

where the quantities QQ;; are called the kinetic coefficients. They are defined so that the
entropy production can be expressed as

The Onsager relations follow from the fact that the entropy production must be positive.
Consequently, the tensor () must be symmetm’c,ﬂ

To apply the Onsager relations we have to specify forces and currents. In our case, both
the divergence of the energy flux, —divw, and the Joule heating jE* contribute to the
entropy production. Consequently,

. div w JE*
s_—/ - dv+/7dv.

'In the presence of a magnetic field they should be generalized, see below.
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Integrating the first term by parts we get

- 1 JE*

We see that the generalized forces are

E* 1
7 (1)

Thus the kinetic coefficients for our problem are

_UTv —77T27
—'YT, _ﬁTQ

Applying the Onsager relations we obtain v = n7T. Using a similar approach for the
Egs. (6.22), we get IT = oT. Combining the above eqialities we get > = [ — Tna. The
second contribution to the thermal conductivity is always small in the degenerate gas
(Problem B.5). Consequently, to analyze the thermal conductivity of a metal it is enough
to calculate [3.

In fact, s is determined both by electrons and phonons. Here we are interested only in
the electron contribution which is usually the main one in typical metals if the temperature
is not too low.

One can estimate the coefficient § from the kinetic equation in a similar way as we
have done to the thermo-e.m.f. We use the formula (6.19) for the distribution function and
take into account that the energy flux transferred by one electron is (¢ — {)v. As a result,
instead of Eq. (p.20) we get

wn = [ dg@nEE-oF (-00).

In the case of strong degeneracy we get

T,
= ngTg(EF)D(EF).

It is interesting to calculate the ratio

x  mkp

To  3e?’
This relation is called the Wiedemann-Franz law while its r.h.s. is called the Lorenz number.
This law is derived under assumptions of isotropic spectrum and elastic scattering. One
can show that only the last one is necessary.

So we see that all the characteristics of the d.c. transport are determined by the energy

dependence of the quantity D(e), i.e. by the energy dependence of the transport relaxation
time. If the relaxation time is described by a power law

Tu(e,T) o« T%"  —  D(e,T) oc Tt
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we get from Eq. (b.16) 0 o< T* for the degenerate gas. For the Boltzmann gas with
the distribution fy o exp(—e/kgT) substituting D(e,T) = Do(T)(c/kgT)" ™, g(e) =
g(T)(e/kpT)"? we obtain

e D(T)n, [, a3 Pe " de 2D(T)n T'(r +5/2)

— - Totr
O T RT  [Ta'Perda kT T(3/2)

Here I'(x) is the I'-function.

In the next section we will discuss the scattering processes in more detail and then we
come back to the case of semiconductors to discuss the temperature dependencies of the
kinetic coefficients.

6.4 Scattering by Neutral and Ionized Impurities.

In the following we will not perform very cumbersome calculations to solve the Boltzmann
equation. Rather we will outline the main physics and obtain important estimates. The
main goal is to learn how to make those estimates.

To study scattering it is convenient to determine the scattering cross section. The
simplest idea one can use is that the atom is neutral and behaves as a hard sphere. Nev-
ertheless, in many important situations it is not the case, the atom is tonized and has an
electric charge.

The very important concept is that the electrons in the vicinity of the impurity atom
rearrange to screen the potential. Consequently, one should calculate the electric potential
which acts upon the electrons from the Poisson equation

eVip = —4dmen/,

where —en/, is the excess electric charge while € is the dielectric constant. The boundary
condition for this equation is

€r

Now we should remember that in the presence of electric potential the chemical potential
( is changed to the electrochemical one, ( — ep. Consequently,

one
n/e = ne(C - 6(10) - ne(C) R —ep 8< . (623>
Finally, the Poisson equation has the form
¥
Vi — 5=0 (6.24)

S

where

dme? On,\ ?
re = ( ; 8C) . (6.25)
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The solution of the Eq. (6.24) has the form (Problem [6.4)

A
p="CeIm, (6.26)
T

so the quantity r, is called the screening length.
Now let us estimate the screening length. In a degenerate gas, we get n, oc p3 o 631;/2.
So

One  3ne
8C N 2€F
and
6me2n, \ /2
Ts = ( e) =TTF -
€eEp

This is the so-called Thomas-Fermi length, rrp. For a typical metal we get

(e e (N
rrr h3p2F h hUF .

The ratio e?/hvr has a clear physical meaning - it is just the ratio of the typical potential
energy €%/ to the typical kinetic energy p%/2m. Indeed, in a typical metal, ¥ ~ Ii/pp and

e?/r e?

pi/m  hup
This ratio is or the order 1 because the metal is “glued” by the conduction electrons.
Consequently, we get that the screening length in a typical metal is of the order of the
interatomic distance a and one comes back to the model of hard spheres.

There two important things to be mentioned.

e We have assumed that the electron response in local, i. e. the electron density n.(r)
feels the potential at the same point. In fact, it is not the case because the resulting
electrical potential ¢ varies sharply in space, and the self-consistent approach (b.23)
fails. In general,

n.(r) = —e/K(r — 1) (r)dV'.

The function K cannot be derived from classical considerations because the typical
spatial scale of the potential variation appears of the order of the de Broglie wave
length //p. We will come back to this problem later in connection with the quantum
transport. The function K (r) reads (in the isotropic case)

K(r) = —g(ep) P, [COS(Q/CFT) _ sin(2kpr) '
(wh)3 | (2kpr)? (2kpr)?
We see that the response oscillates in space that is a consequence of the Fermi de-
generacy (Friedel oscillations). These oscillations are important for specific effects
but if we are interested in the distances much greater than k' the oscillations are
smeared and we return to the picture of the spheres of atomic scale. So one can use
the Thomas-Fermi approximation to get estimates.
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e In the expression (5.23) we have assumed linear response to the external potential. In
typical metals it is the case but in some semiconductors with small electron density
one needs some generalizations (not enough electrons to screen). We will come back
to the problem discussing hopping transport in semiconductors.

If the electrons are non-degenerate one should plug into the general expression ([.25)
the Boltzmann distribution function

fo(e) = exp <§1<:;TE )

to get On./0C = n./kgT. As a result

~1/2
o 4me’n, /
re=Tp = ;

Ek’BT

the quantity rp is called the Debye-Hukkel length. One can get

D . /CBT
7o\ 4me?/er’

so the estimate differs from the Thomas-Fermi length by the presence kg7 instead of the
Fermi energy ep.
Now we can make a very rough estimate of the conductivity of a typical metal. We get

nee’r  neel  n, €

ag ~ ~Y ~ —

m Pr n; pr@ .

Here we have taken into account that

1

where () is the effective cross section. Making use of the estimates

,6:

Q ~ (h/pr)*, € ~hvp, nifn.~c

where ¢; is the atomic impurity concentration (the numbers of electrons and atoms are the
same) we get
o~ 10"%/c; s7t.

To analyze the situation with the Boltzmann gas one should be more careful because
the energy dependence of the relaxation time is important. In this case both a typical
de Broglie wave length ~ h/p and the screening length r, appear much greater than a
typical interatomic distance, a. Consequently, while calculating the matrix element |v(6)]
for scattering against charged inpurities one can forget about the periodic potential and
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just calculate the matrix element of the potential (p.26) between the plane wave states. As
a result, (Problem [6.7),

e?/e ?

(6) = dmniv 2¢(1 — cos @) + h%/2mr2

(6.27)

After substitution of the cross section in the definition of the transport relaxation time
(BTI) we get
e2m?2v? Y 2me2e®/?

L= — 6.28
mt 2retn;®(n)  wetn;®(n) (6.28)
where 2 2 g )
n dm*vr 8mer
d(n) = In(1 - — = 2 = 2.

We observe if the screening is neglected rs — oo than the the transport relaxation time
Tee — 0, and the transport relaxation rate diverges (long-range potential!). The function
®(n) slowly depends on the energy, so

Tir X 53/2 .

6.5 Electron-Electron Scattering

Now we estimate the electron-electron scattering, and as usual, we start from the case of
Fermi gas. Suppose that particle 1 is excited outside the Fermi sea, the first-order decay
is as follows from Fig. B.2: Particle 1 interacts with particle 2 inside the Fermi shpere,
and both subsequently make transitions tostates 1’ and 2’ outside the Fermi sphere (Pauli
principle!).. According to the momentum conservation law,

Figure 6.2: Scattering processes for electron-electron interaction.

p1 + P2 =Pp) +ph,
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and, as we have seen,
PPy Py > DRy P2 < DF.

The momentum conservation law is shown graphically in the right panel of Fig. p.2. One
should keep in mind that the planes (pi,ps2) and (p},p,) are not the same, they are
shown together for convenience. To get the scattering probability for particle 1 one should
integrate over the intermediate momenta py and pj,

W / 5er + 22 — <) — £5) (dps) (dp))

since p, is fixed by the momentum conservation. The energy conservation law actually
determines the angle between p) and pj, for given absolute values of these vectors. Conse-
quently, the rest is to integrate over p, = |p2| and p} = |p}|.

Let p; be close to pr. It means that all the momenta are close to pr and the angles
with the resultant vector p; + p2 are almost the same. So let us assume cosines of these
angles to be the same and from the relation between the projections write down

Py R P+ Dr— Py

Now let us recall that py, > pp. Consequently, p| < p; + p2 — pr. But at the same time,
py > pp. Thus

p1+p2 —Ppr >Dpr, OF p2>2pp —pr1.

But from the Pauli principle, the upper limit for py is pr. As a result, we come to the
following chain of inequalities

0> ps —pr > pr — p1, 0<p,—pr < (p1—pr)+ (p2 — pr).

’ 0 a1taz ’ O{%
/dp2 dp, = / dag/ day = >
—o1 0

where we have introduced «o; = p; — pr. Now we should remember that ¢ —ep = vp(p—pr).
So W (g — €p)?. The simplest way to estimate 7 is to use the dimensionality approach.
Indeed, the average potential and kinetic energies are of the order of ex. Consequently, the
only quantity which is proportional to (¢ — e€x)? and has the time dimensionality is

Finally,

FLEF

We came to an important conclusion: the quasiparticles near the Fermi level, |¢e —ep| < €,
can be treated as free partiicles provided
h ~ E—€p

~ < 1.
(e —ep)T €p
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The typical value for the quasiparticle energy is kT < €p. This is why the electron-
electron interaction can be treated in the leading approximation in a self-consistent ap-
proximation which results in a renormalization of the particle mass, myg — m*, and in a
relatively weak damping with the rate 7.

Substituting (6.29) in the Drude formula we easily get the estimate of the conductivity,
limited by the electron-electron scattering

ooneether e (er T
m(kpT)? '

Note that electron-electron interaction is the typically wnelastic one. Electron-electron
interaction is usually unimportant for the Boltzmann gas (not too many electrons!). One
should also know that disorder drastically increases the electron-electron interaction. We
will discuss this problem later.

6.6 Scattering by Lattice Vibrations

Now we come to a very important point - to the electron phonon interaction which leads
to many important consequences including superconductivity.

Interaction Hamiltonian (Estimates for Metals)

There are several mechanisms of electron-phonon interaction. First, the deformed lattice
creates a polarization P, the polarization charge being div P. Consequently, one can write
down the interaction energy as

—e/Q(r —r)divP(r')dV'.

In the absence of screening, Q(r —r') o |r — 1’|~ but in a typical metal the screening
makes it local. As a result the estimate of Q(r —r') is Q(r —r') ~ a?(r —r'). The
polarization, in its turn, is of the order of n,eu where n, is the atomic density which is of
the order of the electron one while u is the displacement vector. If

u(r,t) _ Z |:uq plar—iwgt 4 u:; e—iq-r—i—iwqt] 7
q
then gth Fourier component of the quantity divP(r) has the estimate in,e(q - u) =
i(wgq/s)nq.eu. Here we consider the case of acoustic phonons when ¢ = wq/s and s is

sound velocity.
Finally, we the following estimate for the Fourier component of the interaction potential

Uq ~ ie2a2naﬁuq. (6.30)
s
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In the following we use the second quantization scheme. According to this approach,
phonon system is characterized by number of phonons, Ng;, having the wave vector q
and belonging to the branch j, so the state is specified as |V ;). The so-called phonon
annihilation (or creation) operators bg, bil are defined by the properties

bINYy =VN|N —1) b[N)=vVN+1|N+1),

the commutation rules being
oot —bfb = b, b1 =1

The creation and annihilation operators for different modes commute. It is easy to check
the following important properties of the creation and annihilation operators,

bIb|N) = N|N),
(N'|b|N) = V'N dnrn—1 (N'|bT|NY = VN 4 10nr 51 -

The interaction Hamiltonian in terms of electron creation and annihilation operators can
be written as

Hius = Y (KU @)K aja = 3 alar - | C(@) K¢k by + O (@)K |e ™ [k) b

kk’ kk’ Jja

Here Cj(q) absorbs proportionality coefficients between the perturbation potential and
normal coordinates.
From the properties of Bloch functions and lattice vibrations one can prove (Check!)
that
(K | |k) = Za —kTq-G)=Apiiqg (6.31)

where G are the reciprocal lattice vectors. Finally e can express the interaction Hamilto-
nian as

Hie = Y aloai [Ci(q)Aw kg bg + C;(q) A g DY
jakk'

jakk’

Here h.c. stands for Hermitian conjugate. The form (6.39) is very illustrative to show the
important transitions.
We can specify the following processes

e Phonon emission:

electron . scattered, k — k=k— q+ G
phonon : created with the momentum hq.

matrix element : + , = Cy/N. LK [emiar k) (6.33)

operator form ZG aL,aka (5(k’ k+q-G).
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e Phonon absorption

electron . scattered, k — kK=k-+ q+ G

phonon . absorbed with the momentum hq.

matrix element : Ml;k, = Cqr/Nq(k'|e9 k) (6.34)
operator form  : Yo Cqal,abg (kK —k —q— G)

To estimate the quantities Cy one has to substitute to Eq. (6.30) the expression for ug, i. e.
to express the lattice displacemnt in terms of phonon annihilation and creation operators,
b and b', respectively. For a simple lattice the coefficients uq acquire the following operator

form:
U f ey b 0’ h e, bl
Uy — 4| ———— - | —
a 2wqNM a-a q 2wqN M 47a

Here N is the number of atoms in the sample, M is the atomic mass, eq is the unit vector
parallel to ug. We have taken into account only one acoustic mode. This procedure leads
to the following estimate for C'(q

ean hn,w €2a*n
Cq e W) e - ol @/ \/ (6.35)
\/7 Vna ~an CLS\/ Vna p

Here n, = N/V, we have taken into account that n,a® ~ 1, €2/a ~ ep ~ pF/2m, SVM ~

UF\/m.

Transition Probability
Now we can construct the transition probabilities from the Fermi golden rule,
2T
W=~ | Mjil* 6(e5 — i)

where the subscripts 7, f stand for the initial and final state, respectively.
For simplicity we assume here that G = 0, that is the case for the most interesting
situations (see later). For the case (6.33) we get

2w
Wi g = 7 1Chal” (Ng + 1)6 [2(k — @) == (k) +hw;(q)]
The probability of the absorption process (6.34) is
_ 2m
Wicrate = o ICsal’ NS [k + @) ~<(k) v (@)]

for the absorption one. The total probability for the k — k — q transitions for a given
phonon brach is then:

Wi qex = (21/h) |Cq|*
X { (N + D)8 [e(k — q)—e(K)+uwg] + N_g6 [£(k — q) — £(k) — hwg)] } . (6.36)

-~~~ ~~

emission absorption
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To get the probability of the reverse transition, Wy k_q, one should first replace k — k + q
and then q — —q. We get

Wiek—q = (21/h) |Co|?

X {SN_q +1)0 [e(k — q)—e(k) — hwg] + Ngd [e(k — q) — (k) + hwq)]} . (6.37)

J J
' v~

emission absorption

To construct the transition rate from the state k one has to multiply Eq. (6.36) by the factor
fx(1 = fx—q) and then sum over the phonon brancehs j and wave vectors q. The transtion
rate to the state k is given by multiplication of Eq. (6.37) by the factor fx_q(1 — fx) with
subsequent similar summation. Finally we come to the following collision integral

2 _
I'= T Z |Oj(q)’2 [F}iqué(gk_q—gk—hqu) + Fk,qué(gk—q_gk“’hqu)} (6.38)
Jja

where

Fiq = (= fiog)Nogj — fica(l = i) (N_g; + 1),
Fovq = A= fica)(Ngj +1) = fimq(l = fi) Ng; - (6.39)

Now we start from rough estimates and then derive the relaxation rate more carefully.

Relaxation Time for Phonon Scattering.
Rough Estimate.

To get a rough estimate we first understand that the maximal phonon frequency is wp that
corresponds to gp ~ m/a ~ kp. One has the estimate fiwp ~ hsm/a ~ spp. So there are
two limiting cases which differ by the relation between hwp and kgT.
1. At high temperature,
kT > hwp ,

the most probable are the processes with high-frequency phonons, w ~ wp, and we can use
the classical limit for the Planck function
kT kpT

NN ~ T 1.
g hen

We see that all the items in the collision integral have the same order. The integral over
the q is of the order

@ _, mpr
(3 hg ’

Using the estimate (.37) for the coefficient Cy we get
1 1 2 th kBT mprg k)BT

WP hep B R
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The estimate for conductivity is

m mhkgT kgT

2. At low temperatures where
kT < hwp

the thermal phonons with Aw ~ kgT are most important, their wave vector being
qr ~ k BT/ hs.

We see that ¢y < kp. So these collisions are strongly inelastic - the change of the excitation
energy (with respect to the Fermi level) is of the order of the excitation energy itself, while
the change of momentum is relatively small. The d-function in the conservation laws can
be written as

) ﬁ—wimq} :6[@—ﬁihwq] :ﬁé[cosﬁ—@j:@} .
2m 2m m 2m hpq 2p q
We see that both the items under the d-function are small (the second one is of the order
ms/pr ~ s/vp < 1). The integral over q splits into the integral over the length of the
wave vector and over the angles. Thus the d-function gives 1 after the integration over the
angles because is requests | cos | < 1. Finally, we get the following estimate

1 lp%hw mo lp%hw ms <w>3Nl pikgT  ms (k:BT)3NkBT ksT\?
hm(pr/h)? ppkgT h3s? h \hwp)

rh mn, hppqq “h mn, prhw s

This is the good estimate for the escape relaxation time. To get the estimate one should
multiply this quantity by the characteristic value of

1 —cosf =~ 0%/2 ~ (hq/pr)* ~ (kgT/hwp)® .

1 kT (kgT\"
Ttr h hU)D
and the conductivity acquires an extra factor (hwp/kpT)* :

4
o~ 1016€—F (th) st

As a result,

kT \ kT

We see that for small-angle scattering the transport time is much longer than the escape
time. It is interesting that in the expression for the thermal conductivity one can study the
relaxation of the energy flux. For the energy flux, every collision is effective and the proper
estimate for the relaxation rate is the escape time 7. As a result, the Wiedemann-Franz

law is not valid any more, and
% k% (ksT\’
To 62 hw D .
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Derivation of the Relaxation Time.

Now we outline the procedure of more rigorous derivation of the relaxation rate which
includes the summation over q

V Qmax ™ 2T
Z—> 3/ q2dq/ sinﬂdﬁ/ dy
q (2m) Gmin 0 0

where gmin and gmax are determined by the conservation laws, ¥ = (q, k).
First, one should prove the relaxation time approximation, i.e. that

I(f1) o< fi.

To prove it let us (as we have done earlier) search the solution as

fi=—nf(e) = —fcos(ﬁ), n=k/k
and chose the polar axis z along the vector k. In our notations
1 — cos (k,/k?q) =(q-k)/qk = cos?.
As in the case of impurity scattering, it is convenient to use the relation

fq :fzq,z—i_fLCIL )

or

—

cos(f,q) = cos(k,q) cos(f, k)+sin(k, q) sin(£, k) cos g5
= cos ¥ cos(f, k)+sindsin(f, k) cos g, s .

Now we can integrate this equation over ¢, s taking into account that the angle (f/,E)
is ¢, s-independent.(see Fig. .3). We get

/COS(EH) dp = 2m cosﬂcos(ﬁ).

The term cos(f/,i) can be extracted from the integral over q and we have proved that

I(f1) o< fi.

Finally, after neglecting of the term proportional to s/v we get

1 (27T>2 V Gmax ) ) m q/ﬂ_ ‘
o dq|C . 9 cosf di
Lo B [T ewcwr gt [T o

X [Nyd (q/2k + cos0) — (N, + 1)5 (q/2k — cos )]
V m gmax
= 57 T C(a)|*(2N, + 1) ¢*dg. (6.40)

Gmin

20ptional section
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Figure 6.3: The arrangement of angles.

The result is determined by its limits determined by the conservation law and by the
phonon spectrum. We have ¢, = 0 while

(max = min(gp, 2k), Wmax = max(wp, 2ks) .
At high temperature, at fumax < kg7, as is was shown, N, ~ kgT'/hs and we get

1 1 [ kgT , Tqp [ qb for qp <2k g3/2
S T T T k) for g > 2k X T 21

That is consistent with the rough estimates given above. The last case is important for
semiconductors with low values of k. Remember that for the Boltzmann gas the typical

value of Ak is v/mkgT. Indeed,
hsk ms?2

2
LAY AL 01 K.
knT ke T

In typical metals, k ~ kr ~ qp, and at low temperatures we meet the case hwyx < kg7
This case is much more tricky because the collisions are inelastic and we cannot use the
expression (B.11]) for the relaxation time. Actually, one should linearize the collision integral
(6-38). The main steps of the derivation are given below.

We transform the collision integral as follows. First we denote fx = fi + ¢1, fueq =
fa + @2, where f;; are equilibrium functions, and then linearize with respect to ¢;. We get

Flj:k—q = fk(l_fqu)qu_fqu(l_fk)(qu‘*’l)
= [ = fo) =2 fil N = [p2(1 = f1) — o1 fo] (N + 1)
= 0[N0 = fo) + (N +1)] =2 [Nfi + (N +1)(1 = f1)]
o1 (N + fo) =2 (N +1— fi1)
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for the phonon emission and

Foq = A= fieq)(Ng+1) = fueq(l = fi) N,
— (11— f2) =2 f1) (N +1) = (p2(1 = f1) =1 f2) N
1 (N +1)(1 = fa) + foN) — oo (N + 1) f1 + N(1 = f1))
= @ (N+1=fa) =2 (N+ f1)

for the absorption. Then we search solution in a form

p(k) =a(k) <_%) _ Z<kT)

where a(k) weakly depends on the energy, but strongly depends on the direction of k. As
a result, we have

kBTFI:fk_q =aifi(1 — f1i)(N + fo) —asfo(l — fo)(N + 1 — f1) — emission

To get a similar formula for absorption one should make a similar substitution. The result
can be obtained from that above by the replacement N < N +1, f <~ 1 — f,

arfi(1 = fi) (N +1— fo) —aafo(1 = fa) (N + f1)

and then replace 1 < 2 in the J-functions to take into account the conservation law.
Finally,

kpT Fiy o= airfo(1 = fo) (N +1— fi) —aafi(1 = f1) (N + f2) — absorptiom

Combining with the expression for the emission and absorption we get

(a1 as)

Jo(l = fo)

[fo(1—=f2) (N+1—fi) + fi(l = fi) (N + f2)] -

kgT
Fragments in the square brackets are
e’ 1 fi
N+1-fi= — =N L el —e' +1) =N
+ S o1 eril f1(€ +e —e + ) 7
1 1 f2

N+ fo= =Nfo (e +1+€" —1)=(N+1)=

ev —1 * ertv + 1
where © = (¢ — () /kgT, v = hw/kgT. Finally, we get in the brackets

Nfi(l = fo) + (N +1)fo(1 = f1) = 2N fi(1 = f5)
and the integrand in the collision integral becomes proportional to
2N fi(1 = f2)
k:B—T(al — az).
We see that only thermal phonons are important since the integrand of the collision op-
erator decreases exponentially at v > 1. As a result, we have proved the estimates made

above. Unfortunately, the relaxation time approximation is not exact in this case and one
should solve the Boltzmann equation numerically.

h
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Umklapp-Processesf]

It was a sort of cheating in our previous calculations of the electron-electron scattering.
Indeed, suppose that we have only electrons which do not know anything about the lattice.
How can the total momentum of the whole electron system relax?

To understand this important problem one should remember that there are processes
where the quasimomentum is not conserved but there is a momentum transfer hG. To
analyze the situation more carefully we write down the collision integral

1) = = [ WEE [fofon 1= 100 F) = Fp (1= Fo)(1 = F)
x 0e1+ep — &) — £5) (dps) (dp}). (6.41)
Here we assume that the momentum p, is determined by the conservation law
P1 + P2 = P; + P, + hG

and one should integrate over the remaining 2 variables. Because the process is inelastic
we search the non-equilibrium function f; as

At =ate) (-5 ) = 4B o1 - o). (6.42)

We have 4 terms proportional to a. The terms proportional to a(p;) = a; are

a1

~ph(l = 1) [0 = D= )+ £ F)

where all the functions are the equilibrium Fermi ones. Using the detailed balance equation

fifa(t= )= fo) = fifo(1= f)(1 = f2) =0
we transform the previous equation as (Check!)

ai

kT

ARl =) -f).
The same transformation can be done with all other terms and we get the following com-

binations in the collision integral (5.47]).

1
kg

Tf1f2(1 — 1)1 = fy) (a1 + az — ay — ay).

If we assume that a o< p; we get that the last bracket vanishes because of the momentum
conservations. Consequently, we have no relaxation and a finite current in the absence of

30ptional section
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Figure 6.4: The Fermi surfaces of alkali metals and semimetals.

any field. To get a finite answer one should take into account the processes with finite G,
the so-called Pierls Umklapp processes.

We have seen that if p; is close to the Fermi surface all other momenta are also close
to the Fermi surface, all the vectors being in the BZ. Thus to get a finite resistance one
should request

max(|p1 + p2 — P/1 - P,2|) = hG'min

or
dmax prp(n) >AGy, -

This relation is definitely met if the FS reaches the boundary of the BZ. The same is true
for the metals with near-spherical FS because the volume of the FS is equal to 1/2 of the
BZ volume (half full band). It means that the radius of the FS is greater that 1/2 of the
reciprocal lattice vector.

In semimetals like Bi the F'S contains quasi-electron and quasi-hole valleys and electron-
electron interaction is important for inter-valley transitions (see Fig. b.4).

The situation is more complicated for electron-phonon collisions. We have assumed the
phonons to be equilibrium. It means that we assume some effective mechanism to create
equilibrium in the phonon gas, say, scattering of phonons by defects or phonon-phonon
interaction including Umklapp processes. If the metal is very pure and the temperature
is low the only scattering mechanism for phonons is their scattering by the electrons.
Consequently, one should construct the Boltzmann equation for phonons

0Ny N Ow(q) ONg

ot oq or Tpn(Na)-

The collision integral with electrons has the form

Do = [ WAL= f)(Na+ 1) = (L= F)faVa] 61— 22 — o) (dpy)
Again, we can search the solution for electrons as (p.49) and for phonon in the form

Vi) =b0a) (~1ps ) = BN+ M)
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As a result, we get

I~ /Wf10(1 — 1a0) (N + 1)(ar — as — b) (dpy) .

Again, if a < p;, b < hg; we get zero. Physically, it means the sum of electron and
phonon quasimomenta conserve. As a result, we have a persistent motion of electrons
accompanied by a "phonon wind”. Again, we need the Umklapp processes to get finite
electric and thermal conductivity. At high temperatures it is not a problem to find such
processes. But at low temperatures the momenta of thermal phonons are small, and one
can neglect the phonon quasimomenta in the conservation law

p1—pPy,—hq = hG.

So we come to the criterion
2max pr(n) >AGyin

that cannon be met if the FS does not touch the BZ boundary. That changes all the
kinetics because thermal phonons cannot take the electron momentum. Consequently, we
need high-frequency phonons with ¢ ~ ¢p, their number being proportional to exp(—Ty/T)
where Ty ~ hwp/kp. The resulting situation appears very tricky. To get an insight, let us
come to the picture of extended BZs periodic in the reciprocal space. If the FS is open the
electron momenta relaxation is just a diffusion along this surface and we have shown that

1 (hwp)’
Te~w— | — | .
Wp k BT
If the F'S is closed, Umklapp processes mean hops between different branches. As a result,
we get

3
L ~ WD kBTO e_TO/T . @
T hwp hwp

-

number of phonons  part of time

The last factor is just the part of time which electron spends near the region to which it
can hop. Indeed, ép ~ kgT/s, and ép/pr ~ kT /hwp. The total relaxation time is a sum

/
T =Te+ Ty

of the diffusion time over the closes surface and the time 7,, the longest being most im-
portant. Note that here we add partial times rather than rates. The reason is that the
scattering events take place sequentially.

As a result, we come to a crossover between the power and exponential temperature de-
pendencies. Remember that all this physics is relevant only to very clean metals, otherwise
impurity scattering is the most important at low temperatures.
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Temperature Dependence of Resistivity in Metals

Now we review the temperature dependence of the conductivity of metals. We have as-
sumed recently that only one scattering mechanism is important. In real life there is a
mixture of the mechanisms, the interplay being temperature dependent. If we assume the
mechanisms to be independent the resistivities p are approximately additive because one
should sum the scattering rates. So, according to the results of Boltzmann equation, at
low temperatures , .
pet o+ O
e-e e-ph

(except alkali metals) while at high temperatures phonon scattering is the most important
and
p=AT.

The corresponding dependences of the thermal conductivity are
st =dT '+ fT + ¢gT* and = const.

The temperature dependence of the resistivity of semiconductors is more tricky because
the electron concentration is temperature dependent. We will come back to this problem
later.

It is also important to know, that at very low temperatures quantum contribution to
resistivity becomes important. This contribution cannot be analyzed with the help of the
Boltzmann equation and we will also discuss it later.

6.7 Electron-Phonon Interaction in Semiconductors

Acoustic Phonons
Deformational interaction

Usually, the interaction with acoustic phonons in semiconductors is expressed in terms of
the so-called deformation potential. For long waves one can describe the crystal a an elastic
continuum, the deformation being characterized by the strain tensor

o 1 8ui+8uk

The strain changes the distances between atoms and, as a result, the electron energies
change. A typical picture of the change of the forbidden gap width under the influence
of an acoustic vibration is shown in Fig. (6.5). Note that the strain leads to a different
influence than an electric field which shifts both bands in the same direction. Consequently,
one can expand the position, say, of the bottom of the conduction band as

Eo(it) = E(0) + ) At
ik
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/
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Figure 6.5: The variation of the forbidden gap.

One can show that in a cubic crystal off-diagonal components of the deformation potential
tensor A vanish. Moreover, because all the axis are equivalent, A;; = A and we get

E(u) =E.(0)+ A div u. (6.43)
Consequently, we come to the interaction energy of the form (£.30)
Uq ~ Niqu,,.
The only difference is the replacement of the estimate e?a®n, by the deformation potential
A. As a result, the interaction constant C'(q) can be expressed as
A%¢*h

2 JR—

x q.

The deformation potential can be calculated for a real band structure and measured ex-
perimentally. The selection rules for electron-phonon transitions are determined by the
symmetry.

Piezoelectric interaction.

Piezoelectric materials (ZnS, ZnSe, Cds, etc.) are ionic crystals without inversion symme-
try. The strain u;, induces in such crystals the electric polarization with the components

P = E Bi kiU
il

where B is called the piezoelectric tensor. The corresponding electric potential is deter-
mined from the Poisson equation

820 0 )
_ PN — 4 — B0 —u; = 0.
; Cik 89(:28@ e % 83:1 ﬂl’kl 8xk R 0
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If we assume
_ iqr _ iqr
Y =$q€ u = uq€

we get

A > ir Bi ki QU

- Zik €ikdiqk '
Specifying the polarization vector e;(q) and the unit vector of the propagation direction
n =q/q we get

_ dme Zikl ﬁi,klninkejl(CI)
Zik €ik TN

Comparing this expression with the expression (b.43) we see that for a given q one should
replace

—epq = Guy, G(q) =

Z Nignep, — G(Q)/C]-
ik

We see that the corresponding scattering factors |C(q)|” behave as ¢/¢® o 1/q. It means
that at low temperatures piezoelectric interaction is more important than the deformational
one. Since piezoelectric interaction is mediated by electric fields their screening by charge
cariers at ¢ < r;! can be important.

Optical Phonons
In non-polar materials one can also characterize the interaction as
Hefph = Agu

where u is the relative displacement of the atoms in the basis. Much more interesting is
the interaction in polar crystals where, as we have seen, optical phonons produce electric
fields. In these materials the displacement s = u, —u_, see Sec. .2, page B3 for notations,
creates the polarization (Problem [6.§)

N()M (UQ
P=—"—L —u_ 44
Arer (uy —u_) (6.44)

1 1 1

where

€ €0 €0
We take into account only longitudinal vibrations which effectively interact with the elec-
trons. Then,

4 NoM,w?
Vip =drdiv P = SO Qi (up —u).

6*
Then, as usual, we expand the displacements in terms of the normal co-ordinates

k

u;(r) :\/%Mk %: ejr(@)b;(q,t)e™™ (6.45)
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and take into account that at long waves the center of gravity does not move,

\ Mlejl + \ Mg@jg = O, e?l + 632 =1.

M
eji = |/ iy, =\
M1+M2 M1+M2

Finally we substitute these expressions to Eqs. (6.49) for uy and get (Problem [6-9)

. 4,]TWIQ 1 iqr * _—iqr
—i1/ - ;g(bqeq —bge ') (6.46)

Using the second quantization procedure (page f]) we arrive at the famous Frolich Hamil-
tonian

As a result,

Hepn = \/_Z al,_pop(ba; + bl (6.47)

with
M7 = 2me*hwyj /€ .

Sometimes it is expressed as

M2 — .47Tah(hwl)3/2’ o = 6_2 m .
vV2m e \| 2hw,

The dimensionless constant « is called the polaron constant.
Now we can analyze the conservation laws ex+q = €k &+ hw; which can be rewritten as

h2q? n h2kq cos?

hw; = 0.
2m 2m T

The roots of this equation are

@1 = —kcost £/ k% cos? 9 + k3, g2 = —kcost¥ £/ k?cos? ) — k3

where h?k2 /2m = hw.

1. If k > ko we get for both absorption and emission the old conditions ¢y = 0, Gmax =

2k. At high temperatures, kgT > hw; the scattering is elastic, and we return to the same
expression as for acoustic phonons. Using Eq. ((.40) we get

V2 R

Ter =

2 GQWICBT

2. The case of low temperatures,

3% o T71e3/2,

hw; > kBT,



6.7. ELECTRON-PHONON INTERACTION IN SEMICONDUCTORS 129

is more tricky. In this case only absorption processes can take place, and

Gmin = \/F?+ k5 =k (0=0), o=\ +ki+k (=)

It is clear, that the scattering is strongly inelastic and in general one cannot use the
relaxation time approximation. Nevertheless, some simplification does exist. Indeed, note
that the ratio of the emission and absorption probabilities is

(N, + 1)/N, = exp (hw /kgT) > 1.

So if the electron absorbs an optical phonon it should immediately emit another one. As
a result, the change of energy appears small while the change of the quasimomentum is
large. One can get the result taking into account only the absorption processes. The
corresponding d-function is

2 2 2 21.2 2 _ 12
5(hq +hkzqcos19_hk0) m 5<q2kk0—l—cos¢9)
q

2m 2m om ) h2kq
while the relaxation time can be obtained as

1 1 m gmax q2_k,2
- = — N, 0 2 d
T 8w h2k wla) No™ = a"dq

dmin

VE2+ R+
~ (e*muw; /R2e*k?) exp(—hw, /kpT) | 2k\/k? + k2 — koln ﬁ
\/ 2

~ (4/3)k3 kg

(.

Expanding this expression in powers of k/ky we get/kg

. 2V2 nPe o hw
tr 2 e%/mhwl P k?BT .

This scattering is very weak. Note that it is not the case of the so-called hot electrons with
high energies, which can emit optical phonons.

The polaron. [|

We take the opportunity to demonstrate the role of interaction when it cannot be considered
as weak. Let us consider the interaction of an electron with optical phonons. According
to quantum mechanics, the change of the ground state energy due to interaction is

£ — €O — (nin, [l Hine )
n = & = (nlHiniln) + 3 PONIFION
n T &

m#n

4Optional section
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Consider the interaction with a polarized crystal. At T' = 0 only emission of phonons
is possible. We have N, = 0, N(; = 1, k' = k — q. The diagonal matrix element is zero
because it contains the same number of phonons. As a result, we get

(0) (1, k — q|—e®|0,k)|”
kT & = Z 27.2 2L 2
o Wk hi(k—q) ~ o
2m 2m
-1
2me?fiw / (dq) { B*k* Rk —q)°
= - —Thw | .
€* q? 2m 2m

As usual we introduce polar co-ordinates with the axis along k
(dq) — (27)2¢* dq sin 9 dY; kq = kqcos?

and expand the integrand in powers of k. The integral can be calculated easily, and the
result is
h2k?

Ex =

h2 k> h2 k>
— (hwl + )

= —ohw
12m e +

2m 2mpol

where a has been introduced in the previous section as the polaron constant while

m

T=a/6 ~m(l+ a/6).

Mpol =

All these considerations are good only when o < 1. We have

Material o
InSb 0.015
InP 0.080
CdTe 0.39
CdS 0.65

Consequently, the interaction for the two last materials is strong and one cannot use the
perturbation theory in the simplest way. The qualitative conclusions are that interaction
with phonons leads to the shift of the energy levels (the relative shift is o at @ < 1) and
to its "dressing” - increase of the effective mass.

6.8 Galvano- and Thermomagnetic Phenomena

The Physical Reason

The external magnetic field distort electron trajectories. Its influence is strong if the
characteristic radius of cyclotron orbit, r. = v} /w,, is less than the mean free path ¢ at
which all the kinetic coefficients are formed. One can treat the distortion as an effective
decrease of the mean free path ¢. To estimate the influence of a weak magnetic field on
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Figure 6.6: A trajectory fragment..

the resistance one can compare the path between two scattering centers along the circle
r.¢ (see Fig. p.6) with the distance 2r.sin ¢/2. The difference is ~ r.¢>. If we put r.¢ ~ ¢
we get

Ap/p ~ (6/710)2 ~ (WCT)Q'

Another effect that one can expect is the creation of a current perpendicular to the electric
and magnetic field direction. Indeed, under the influence of magnetic field an electron
moves in the [E x H]| direction by the distance

~1e(1 = cos @) ~ (1/2)1.0% ~ £(l/r,) ~ l(w,T) .

As a result, one can expect creation of off-diagonal components of the conductivity tensor
with
|oy| ~ oo(weT) .

To get the results in strong magnetic fields is more tricky and we will do it later.

Conductivity Tensor. Calculations.
Simplified version for isotropic case
In a magnetic field the Boltzmann equation reads

f—1

Ttr

=0.

{5+ B em) v,

We look for a solution as
f=h+(v-G), |GlxE.

We have

(_E[VxH]%+i) (V.G):e%—]g(E-v), (6.48)

C Ttr
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As we’ll check, for a given € the vector G is independent of the direction of p and depends
only on the energy € = p?/2m. Since dg/0p = v we have

WA -Siv(v-F).
:

Jp m
Since
[v x H] v(v-%) =
we get
% (vxH]-G)+ (v G) = eryu(v- E)% (6.49)
where el ()
E| T\ E
u(e) = — (6.50)

is the partial electron mobility. It is natural to look for a solution of the equation (£.49)
in the form

G=aE+H+~H x E|.
Substitution this form to (6.49) and using the equality ([v x H] - H) = 0 we get

a%([v » H] - E) +7% {(H E)(v-H) — H(v-E)

+a(v-E)+p(v-H)+~y(v-HXE])} =ern(v- E)% :

Then we can collect the coefficients at (v - E), (v-H) and (v - [H x E]). We have
Q= 7&]’_]’2 = €Ty (%) )
c Oe
7%(HE) +p=0,
a% +y=0. (6.51)
As a result, (Problem [0.8)

G — or Q0B+ (1/)*(HE) - H + (1/c)[E x H]
" De 1+ p2H?/

. (6.52)

The quantity pH/c is nothing else than the product w.m, We see that in the presence of
magnetic field there is a current along the direction of [E x H]. The conductivity tensor is
easily calculated from the expression
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For an isotopic spectrum, we get 0., = oy,

ne? Ter
Oy = Oy = — ( ————
Wooom \1+w2rd )’

oy ne? WeT2
oy — Oy — —— \ T 5 o .
v v m \1+ w2

Here the average (A) is understood as
_ JA(p)(=0/fo/0¢) (dp)
— J(=0fo/0e) (dp)

Note that denominaator of this expression is nothing else then thermodynamic density of
states,

while

{4)

gr = 0n /¢ (6.53)

where n, is the electron density while ( is the chemical potential.

General case [

In the presence of a magnetic field, see Sec. B.7.1], it is convenient to introduce two different
variables instead of p, and p, — the energy € and the “trajectory time” defined as

c [l

t=— .
YT eH ol

(6.54)

This is not a real time, but rather a function of p defined by the equation of motion
p = —(e/c)[v x H]. According to our previous treatment,

H
/dpx dp, = /ds/dl/m or /dpx dp, dp, = %/dtl de dp, .

In the presence of external fields the 1.h.s. of the Boltzmann equation can be written as

of ot of . 01 0
ot, ot | Op, ot | 0c ot

where we consider the quantities t1, p., € as independent variables. Since

Oe dp e dp,
v v (SvxH E):— E — _¢E.,
5 =V v (C[vx | +e e(v-E), o e
and in a weak (comparing to vH/c) electric field 0t;/0t = 1 we arrive at the Boltzmann
equation
of of of
— —ekE, — E)— =1, . 6.55
o =Bl — (v E) 5 = Ll (6.55)

50Optional section
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As usual, we search the solution as

_ dfo
f=/fota <—¥) .

The function fy depends only on the energy, and we get in the linear approximation

da
o I(a) = —e(v-E). (6.56)

We should solve this equation with proper boundary conditions. In the case of closed orbits
it is just the periodicity while for open orbits the function should be finite. We need to
analyze the solution of this equation in different cases.

To make estimates we use the relaxation time approximation to get

da «a
oty =—e(v(t1)-E) . (6.57)

The general solution is

t1
a(tl) = / —e (V(tg) E) e~ (ti—t2)/7 dts.
If the orbits are closed one should apply the periodic conditions
a(ty) = a(ty +T)

In this case one has to put ¢ = —oo (Problem [6.11). The electric current is

. 2e?H 0
Ji = —e/vif(dp) = " @rh)c de <—£) /dpz dty via(e, ps,t) =

2€3H a t1
— _W ( fO) /_p dpz/ dtlvl tl /_ dt?zvk t2 —(t1— t2)/7‘E‘

We see that the conductivity is a tensor with the components

263H af() pr 7 h —(t1—t2)/T
ik — —W de (_8—5) /;pF dpz/o‘ dtl Ui(tl /_ dtg ka t2 .

Now we assume that E 1. H and ¢, k are x, y-components. If the spectrum is isotropic,

) eH
Uy = V] COSWeli, Uy = —v) Sinwel;, we=——.
mc

Now we can extract v, and analyze

I, 4 COS Wl h (ti—t2)/7 :
{ 3 }_/0 dtl{ sinwd, }/_Oodt e (Ey coswcty — By sinwcty)
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It is convenient to employ an auxiliary integral

t1 -1 _ .
/ dtQ 6t2/7’ eiwctg _ et1/7' eiwctl T 1We _
-2 2
—c0 T4+ W

1

_ /T
= -2 2
T %+ W

[(T’l cos wet1 + wesinwet;) + (77! sinwt; — w, cos wctl)} .

Finally, we come to the integral

T
(Y [ { oen
I, 0 — sin w,t;

X [E;E(T’1 Coswel1 + wesinwety) — Ey(T’1 sin w.t; — w, CoS wctl)} .

Finally we get

j. | 2e°H Z/dg _0fo 1 T E, + w.E, /d 2
jy J T (@ah)e 0 ) T\ —wls 0, [ ) L

We have used the integrals

fOT cos?w.tdt = fOT sin? w,t dt = %,

fOT cos w,t sinw,tdt = 0.

For degenerate electrons the integral over the energy locates the internal integral to the
Fermi surface, the last integral being

PFr 1 PF 4p2

2 2 2 F
d A - d = ———.

/pF V1P = e /pF /(pF pz) dp 3 m?2

. ne€? 1 1w,
LT Ty e )
Weak Magnetic Field

In weak magnetic fields, when

The final result is

w.T K 1

R 1 WeT
UL:JO(—wT 1 )

The typical configuration to measure off-diagonal components of the conductivity tensor
is shown in Fig. (6.7). In general

we get

j;v = waEx + Ua:yEya

; 6.58
Jy = Oy By + 0y By ( )



136 CHAPTER 6. CLASSICAL DC TRANSPORT ...

H

j’EX

Figure 6.7: Arrangement to measure off-diagonal conductivity components.

If the circuit in y-direction is open we have j, = 0. As a result, a field

o
E, = - YE, (6.59)
T
appears, the current density being
2 2
o, +o
J=Jz = pxxEx = 1‘330_ L Ex
T
We have taken into account that
Oxa = Oyy, Oy = —Oyx
Thus,
o
E,=—7"2 j
Y 0z, + 02,

The creation of a transverse field directed along [E x H] is called the Hall effect. The Hall

coefficient is defined as
R— Ey _ Oxy
Hjy (0%, +02,)H

As we see, at weak magnetic field

WeT 1
R=— = , 6.60
Ho, ne.ec ( )

We came to the conclusion that the Hall coefficient depends only on the electron density.
It is not the case in real materials because we have canceled the factor 7 which in real
life depends on the energy, directions, etc. In non-degenerate semiconductors the Hall
coefficient becomes dependent on the scattering mechanisms. Usually, it is taken into
account by introduction the Hall factorin Eq. (6.60). The resistivity component p,, = 1/0q
in a weak field because |0,y < 04
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High Magnetic Field.

The results obtained above can be used to get estimates also in the case of high magnetic
fields. But we will make more rigorous calculations because many results can be obtained
for an arbitrary energy spectrum.

First, we introduce a specific perturbation theory to solve the Boltzmann equation in
strong magnetic fields, i.e. expansion in power of v = (w,7)~!. We write the function a as

a=> an,  ap~F
k

and substitute the Boltzmann equation (b.56)

8@0/8251 = O,
day /0ty — I(ag) = —e(VE),
ﬁag/ﬁtl—l(al) = 0,

The solutions are:

g = 007

o = /Otl 1(Co) — e (v(t2)E)] dts + Ch, ..
0 — /Ol[l(ak_l)—e(v(tg)E)] dts+ Ch ..

Then we average all the equations over the time taking into account that da/dt; = 0. As
a result,
—I(CLD) = —B(VE), [(G,k;,go) =0.

These equations determine the constant items C;. Now we proceed with calculation of the
conductivity tensor.

Closed Orbits

In this case v, = v, = 0, and Cj depends only on v, F,. Consequently, we are interested in
a, and we can substitute
dp, e dp, e

__¢ _ S 6.61
dt va ’ dt cv ( )

As a result,

c [h dp, d h
al = E/O dtQ (EydL;Q - Ea;dL;;y) - e/ov dtQ Uz(t2)EZ + COD.St(V) :
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Now it is very simple to calculate o,,. Let us calculate, say, j, for the Fermi gas. We have

, 2He? 7 2e 7 dpy
Jo = W/dpz/o g (t1)ar dty = (2nh)? /dpz/o a(tl)d—tl dity
2e T

cd L
= i) /dpz [/0 dty (p2(t1) — p=(0)) yﬁ% + vanishing 1tems} .

The result is

2ec 7 dp 2ec
vy = ——= | dp. dty pp—t = ———— [ dp, -z dpy -
Tay (27rh)3H/ p/o P (2wh)3Hf b f{p o

volume

The result can be expressed through the densities of electron-like and hole-like excitations:

ec
Opy = —F(n6 —np).

The physical reason is that the Lorenz force has different signs for electrons and holes and
the Hall effect feels the sign of charge carriers. It is very important that the result is
independent on scattering mechanisms and the shape of the surfaces € = const. Actually,
it is the most common way to determine the carriers’ density.

Another conclusion is that there is no linear in v contributions to the diagonal com-
ponents of the conductivity tensor. Finally, we come to the following structure of the
conductivity tensor

Ve Vazy Vs
Oik = 7Y Ay ’72ayy Yy
Yz Vzy Az

while the resistivity tensor p = (6) " is

bx:p v ! bzy bxz
pik = | 7'y by Dy
bzz bzy bzz

The case of compensated materials with n, = n;, (like Bi) needs a special treatment.
Note that the components of the conductivity tensor should meet the Onsager principle
which in the presence of the magnetic field reads as

O’lk<H) :O'ki(—H)

(the reason is that the Onsager principle is derived by use the symmetry with respect to
time reversion. Under such a transform magnetic field changes its sign).
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Figure 6.8: The case of open orbits..

Open Orbits

The case of open orbits is more tricky. To understand what happens let us consider the
case shown in Fig. B.§. We observe that the trajectory in p,-direction is infinite while in
py direction it is finite. Taking the average of the equations of motion (p.61]) we get

T —
- lim [px( 1>T1

U
v eH 11—

px(O)] 40, m=0.

As a result, the quantity ao contains a component o< E,, and the component oy, is not
small. As a result,

'72amt Vazy YOz

Oik = YOy Qyy Qyz

Yz Ay Qzz
One can see from Fig. p.§ that the conductivity tensor strongly depends on the tilt angle of
the magnetic field, having a sharp crossover at # — 0. The schematic angular dependencies
of the Hall coefficient and transverse resistivity are shown in Fig. .9. .

Thermomagnetic Effects.

It is clear that the temperature gradient also produces electric currents, and a magnetic
field leads to off-diagonal transport. As we have seen these currents are produced by the
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P R

XX

0 0

Figure 6.9: Crossover from closed to open orbits.

"effective force” (¢ — ()VT/T. As a result, all the kinetic coefficients become tensors.
According to the Onsager principle

pi(H) =pri(—H),  sx(H) =50,,(-H),  I(H) =Ty (—H).

Consequently, we have 36 kinetic coefficients which obey 15 Onsager relations. It is clear
that 21 independent components lead to a very complicated picture and usually people
study simplest cases. For example, in an isotropic material in a weak magnetic field one
can write

j = pE+RHX]j+aVT+N[HxVT],
w—j¢ = Mj+ BHXj]—»VT+ LHXVT]. (6.62)
According to the Onsager principle, B = NT. The expressions (6.67) describe many effects.
For example, suppose that V,T' =0, j, = 0, w, = 0, but j, # 0. In this case we get
or B
oy  x
(the Ettingshausen effect). Another effect is creation of a field E, by the gradient 07'/0x
(the Nernst effect)

Hjq

E, = NH(dT/x).

All these effects have important applications. In high magnetic fields all the coefficients
become field-dependent.

6.9 Shubnikov-de Haas effect

Oscillations similar to the de Haas-van Alphen effect, see Sec. .4, exist also for kinetic
coefficients. Although quantum transport is out of the scope of the present part of the
course we will discuss the main picture.
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Kinetic coefficients depend both on the density of states and on the scattering prob-
ability. We have have seen that DOS oscillated because of the energy quantization. The
scattering probability, in its term, is also dependent on the density of states, as well on
the scattering matrix element. Consequently, it also oscillates in magnetic field, and it
appears that the last contribution is the most important. The quantum oscillations of
conductivity is called the Shubnikov-de Haas effect. Similar oscillations are also present for
thermo.magnetic coefficients. Quantum oscillations of kinetic coefficients are widely used
for investigation of the properties of metals and semiconductors.

Let us outline main principles of these effects. To take the electric field into account
one should analyze the SE in crossed electric and magnetic field (H || z, E || )

h? 0% 1 /RO h? 0%
AN ST B Hzr _ T Zv Ex —
2m8x2+ <28y+c >¢ 2m 82+(€ r= €y =0
We can also search the solution as
o(x) exp(ikyy + ik, z).

The equation for ¢ has the form

h? 2 1 [eH\? heH R (k2 + k2
___4,0+ — (2 r?+ c ky +elE x—l—i(y ) _¢ p=0.
2m dx? 2m \ ¢ mc 2m

The result can be expressed just in the same way as for the case F = 0 with the additional
terms

h2k? 2 (BN
Foen+ B e de = —aemh, - (E)
for the energy and
E 2
[L’OE :x0+5x0, (51’0 = _6 i

hw.
for the oscillator center x, (see Sec. 3.7.2).

Now we introduce the following concept. Assume that the electron in the state v is is
situated at the point zZ. The electric current is

Jo=—eY LS L= fole)] Wy = folel) [L = folel)] Wi} -

The prime over the sum means that the state v has ¥ < 0, while the state v" has = > 0.
Then we expand the expression up to the linear in E term and get

R Z( dfoley ) (fo—;fé)?ww/.
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This formula has an explicit physical meaning. Indeed, the quantity
(2 — )
RSV 7
2 vv

is just the contribution of the states v, v/" to the 2D diffusion coefficient in the plane (z,y).
thus we come to the old formula

o= eQ/dsg(é)D(g) (_%)

where both g(¢) and D(e) should be calculated with the help of quantum mechanics:
1 Ty — 1p)?
g(e) => d(e &), D@)z;ESEZ&g—a)LiEJLMQ,

One can see that the result is strongly dependent on the scattering mechanism and oscillates
in the case of the Fermi statistics.

6.10 Response to “slow” perturbations

In this section we will discuss electron response to low-frequency perturbation which vary
slowly in space.

Consider electron gas in a weak ac electric field E(r,t). Let us separate odd and even
in p parts of the electron distribution function,

fe)=ftpe)+f (), [(—p)==x/"(p).

The key point of the following consideration is that the relaxation rates for the odd and
even in p components can be very much different. Indeed, elastic processes do not affect
any function dependent only on the energy, and the average distribution function

J(dp) f*(p) é(ep —€)
J(dp) d(ep =€)

F(e) = (f(p))c =

is not effected by elastic scattering.

Assuming that inelastic processes are weak, we leave in the equation for f~ only elastic
processes in the collision operator. As a result,

of~ aof~ of* -

I T

ot +V8r te op Tir

= 0. (6.63)

Such a procedure is not correct for f* because the main part of f* depends only on the
electron energy. Thus one has to write
aft aft

E
a "Vor 7€

of B
op TIUT=0, (6.64)
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where the collision operator includes inelastic processes. Now let us assume
wr, <1, ¢kl

and solve Eq. (6.63),
~ip) = —rv _r g
fr(p) = —muv— - —eruE o5 (6.65)

then substitute into Eq. b.64 and average over the constant energy surface. One can show
that the difference between f*(p) and F'(ep) can be neglected if

GETtr < p .

Neglecting this difference we arrive at the following equation for F'(e).

6F1 82F1 . 6Ek af[)
ot ik(e)@x,@x e’ (6:66)

k
Here we have introduced F; = F(e) — fo(e) and

Dj, = <Ui7—trvk>e-

The typical estimate for the third term in Eq. p.64 is F}/7, where 7y, is the inelastic
relaxation time. Thus the solution of Eq. (6.66) depends on the dimensionless quantities

2
WTin, ¢ DT
Because usually in semiconductors at low temperatures
Tin > Ttr

these quantities can be large even at wri,, ¢f < 1.

Very low frequancies, wri,, ¢?D7in < 1.

In this case the third term in Lh.s. of Eq (.60 is most important and one has to vanish
this term. That can be done assuming that

Fi(e,r,t) o fole) = A(r,t) fole) .

Multiplying this equation by the density of states g(e) and integrating over the energies
we get
A(r,t) =n(r,t)/ng.

Here n(r,t) is the time- and position dependent electron density. In this way (in the
isotropic case) we get

2
on 0’n oFE, < 3710) ' (6.67)

o Paz=Po Tac
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Here ( is the chemical potential while

Dy, = ni /deg(e) fo(€)Dix(e) -

0
Moving all the terms into 1.h.s. we get instead of Eq. (.67

on 10 on 5 _0On
e + . (—eD% +e Da—CEx) =0. (6.68)

This is nothing else than the charge conservation law

0
ea—?+div j=0.

Indeed, due to Einstein relation
Ono
a¢

we have a usual expression for the current density’

o=¢e%D

on
., = o0lk, —eD—.
J o e e

We conclude that at
wTin < 1, *TuTin < 1

one can employ very simple diffusion description of the response.

In the end of this section let us obtain a simplified expression for dielectric function
at low frequencies. Let us assume that one applies an external field with the electrical
induction

D, exp(igr — iwt) + h.c.

Then all the quantities are o< exp(igr — iwt), and one obtains
j=—ig(eDn+ o9¢), (6.69)
the charge conservation law being
(—iw + ¢@D)n+e '¢Pcp = 0. (6.70)

Here n, and ¢ are Fourier components of the concentration and the potential, respectively.
To relate the potential ¢ to the external field one has to employ Poisson equation

igD = 4mwen, D = —icgqop + D..

We get
€0q>¢ +iqD, = 4men .
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Now we can substitute n from Eq. (6.70) as

1 o
n=——————
e 2D —
to get
= —iqD. .
oo iq
Here
Tm = €o/4mo
is the well known Maxwell relaxation time. Having in mind that E = —iq¢ and E =
D./e(q,w) we get
—iw+¢*D+ 1/,
= : 6.71
e(q,w) = € " 2D (6.71)
Asw —0 ) )
q°+
e(q,0) = o5 —
q
where
, 4mo  4we? Ong
n = =

EQD N €0 8C
is the square of inverse static screening length.

6.11 “Hot” electrons

Now let us come back to the static case and discuss the difference between the function F'(e)
and the equilibrium function fy(€). For this case let us calculate the second approximation
in the electric field. Using (b.65) for the spatially uniform case we get

GE%—[:+]{f+—fo}:0

Now we can average this equation over the constant energy surface,

@B+ 17 = fah). =0

Substituting f~ from (£.63) and neglecting the difference between f* and its average over
the constant energy surface we get

BB 2 50 D@ 2\ 1 (1 (F (@) = 0. (6.72)

The first item in 1.h.s. has a meaning of the power transferred from the field to the electrons
with a given energy €. The second term is the relaxation rate for the isotropic part of the
non-equilibrium distribution function.
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Let us calculate the relaxation rate of the power transferred from the field to the
electrons with a given energy. We have

(I{F(e)})e = % /(dp) (dp’) 0(€ — &) Wop F(€p) = Worp F(ep)] -

Let us replace p — p’ and take a symmetric combination of the expressions. We get

(I{F(O)}). = i() / (dp) (dp) [6(c — €p) — 8(c — 1)
X [pr’F<€p) - Wp/pF<€p’)]
1

9 ,
e [ 9 8 e = ) e = )
X [Wop F(ep) = Worp F(€pr)] -

Q

Then let us take into account that
Ep — Ep/
Weop = Wpp €Xp ( T )

and expand it up to the first order in the energy difference,

Worp = Wpp {1 + B Ep’} .

kT
Expanding also the distribution function we get finally
1 0 kT 0
H{F e = ———— — 1+ KT — | F(e). :
(HFE). =~ 5ot = (14475 ) £ (6.73)
Here
1 1

@ 9@ / (dp) (dp') 6(c — ) Wpp! (Ep k_TEP’>2 (6.74)

has a meaning of the energy relaxation rate.

Energy relaxation rate for electron-phonon scattering

To give an example let us discuss the energy relaxation rate for electron-phonon collisions.
Substituting the transition probability for the case of deformational-potential scattering
one can re-write the collision operator through a dimensionless variable x = €/kT,

(I{F(6)})c = —;/z%%ﬁ (1 + %) F(x), (6.75)

7T3/2h4p

Te = .
AN2AMS2N KT

T, < kT )2 kT
- = = > 1.

where

The typical ratio

Ttr svVmkT ms?

Thus, scattering by acoustic phonons is a quasi-elastic process.
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Non-equilibrium distribution function

Now we can substitute the expression for collision operator into Eq. (6.72). Assuming
Tiw(€) = T (KT) - 2° we get

1 d [, apdF d
= Rt 1+-—F)|=0. .
VT [hx S EE 0 (6.76)

Here
h _ lGQEZEkDZk(k’T)Te
=Vr (RI)

is the so-called heating parameter. It has a transparent physical meaning. Having in mind
Einstein relation for non-degenerate electron gas,

o =e*ngD/KT,

we can express h as

o B2,

nokT ’

that is as the ratio of the energy absorbed during the relaxation time to the average energy.
We have

~Y

dF
(h:cs+1/2 + z?%) I + 2*F = constant = 0. (6.77)
T

Indeed, at large x the function F' must vanish as well as its derivative. The general solution

of Eq. (B.77) is
T 52
F(z) =exp (—/A d§7§2+h§3/2+8> ,

the constant A being determined from the normalization condition

n:k:Tg(kT)/dx\/EF(m).

In many cases electron-electron scattering is very much important. To take it into
account one has to add the proper collision operator. Electron-electron collisions do not
remove the energy form the electronic system. However, they redistribute electrons between
different energy levels leading to establishment of the Maxwell distribution with some
effective temperature, T,. We arrive at the qualitative picture of heating shown in Fig. 5.10

If
TEE << 7-6
one can think that the distribution function is o exp(—e/kT,) and substitute

F(z) o exp <—%x>
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From electric filed

(3/2)kT
In the electron
gas
(BI2KT =
8 S S
\

Figure 6.10: Schematic representation of the carrier energy balance.

into Eq. (B.77). We get

T T
2% — (ha*t3? 4 xQ)i] exp (—ix) =0. (6.78)

To determine T, one can use the energy balance, i.e. multiply Eq. (6.7§) by the dimen-
sionless “energy” x, integrate over x, and then solve the equation for the ratio T'/T..
Introducing new variable as, * = (7T./T)y and making integration over y we obtain the
equation for =T, /T
1L (s+7/2)
0 —hoHP—— L 1 =0. 6.79
For example, at s = 1/2
T.)T=1+h.

Electron heating is important in many devices. It leads to important limitations in electron
mobility, as well a to a specific time response (e. g. to the so-called “overshoot”).

6.12 Impact ionization

We have assumed earlier that the charge carrier remains in the same band. At large
fields (£ > 10° V/cm) this assumption breaks down. A typical process of band-to-band
impact ionization is shown in Fig. B.T1. The most common is impact ionization of shallow
impurities where the critical field is very low. Indeed, the ionization energy of shallow
impurities in Ge is about 1072 eV, and the breakdown occurs at the fields of few V/cm.
In Fig. 6.14 I — V curves of n-Ge are shown in the temperature range 4.2-54.2 K. One
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Figure 6.11: The impact ionization process where a high energy electron scatters from a
valence band electron producing 2 conduction band electrons and a a hole.

clearly observed a threshold in the current which is masked at large temperatures as the
impurities become ionized. The onset of the breakdown is shown more clearly in Fig.
where the reciprocal Hall coefficient and Hall mobility are shown. The decrease of Hall
mobility is due to crossover to lattice scattering from the impurity one as the electron
energy increases.

The breakdown is governed by the equation

d
T Ap(Np — Na) + Am[Np — (N +n)]

dt
— Brn(Ny+n)— Bm*(Ny+n). (6.80)

Here A and A; are the coefficients for thermal and impact ionization processes, Br (T, E)
is the coefficient of thermal recombination of a single electron with an ionized donor,
while B;(T, E) is the coefficient for the Auger process in which two electrons collide at an
ionized donor, one being captured with the other taking the excess energy. This term is
not important at small n. To understand the formula above note that Np — N4 is the
concentration of uncompensated donors, N4 + n is the concentration of ionized donors
and Np — (N4 + n) is the concentration of neutral donors. The concentrations of neutral
acceptors and holes are assumed to be negligible.
At small n < N4 we obtain for the steady state concentration

_ Ar(Np — Ny)
BrNy— Aj(Np — Nya)

o

At a proper electric field, Ej, the denominator vanishes, this is just the breakdown point.
It can be found from the expression

Br(T, Ey)Na = Ar(Ey)(Np — Na),
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Figure 6.12: Current-voltage curves of n-Ge at low temperatures.
it depends only on the degree of compensation N4 /Np. If one defines a time constant,

no

Ar(Np — Nu)’

T =

then Eq. (6.80) can be re-written as
dn  n—ng
a
so the recovery from breakdown must be exponential, it has been studied experimentally.
Impact breakdown is often accompanied my instabilities of I — V' curves.

6.13 Few Words About Phonon Kinetics.

In most of our consideration we have assumed the phonon distribution to be equilibrium.
Actually, phonon system form a thermal bath for electrons. Such a assumption is based
on the belief that phonons have efficient enough scattering which brings them to the equi-
librium. Consequently, the temperature 7" is just the temperature of the phonon system.
At the same time, phonon distribution can be non-equilibrium. In particular, it is
the case when a temperature gradient exists. To analyze the phonon kinetics one can
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Figure 6.13: Impact ionization at low temperatures in n-Ge doped by Sb (Np — Ny =
2.2 x 10" ecm™3). The current density, reciprocal Hall coefficient and Hall mobility are
shown, as well as extrapolated Ohm’s law.

investigate the Boltzmann equation for phonons

ON ON Oow
:Iph(Naf)v S¢g = 57—

ot TS ar

where the collision integral is determined by the scattering processes. The most important
of them are

e Phonon-phonon processes. These processes are rather complicated in comparison
with the electron-electron ones because the number of phonons does not conserve.
Consequently, along with the scattering processes (2 — 2) there are processes (2 — 1)
and (1 — 2). Scattering processes could be normal (N) or Umklapp ones. Their
frequency and temperature dependencies are different (75! o< Tw, 7' oc exp(©/T)).

e Scattering by static defects. Usually it is the Rayleigh scattering (scattering by im-
perfections with the size less than the wave length, 77! oc w?).

e Scattering phonons by electrons.

All these processes make the phonon physics rather complicated. We are not going to
discuss it in detail. Rather we restrict ourselves with few comments.

Probably most important phenomenon is phonon contribution to thermal conductiv-
ity. Indeed, phonon flux transfers the energy and this contribution in many cases is the
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most important. If one introduced the phonon transport relaxation time, 7,,, the phonon
contribution can be derived in the same way as for electrons. The result is

ON,,
oy = /dw fw gpn(w) Dph(w)a—T

where
1

Dyn(w) = §<391_139>w
is the phonon diffusion coefficient. As we have discussed, N-processes cannot lead to finite
thermal conductivity and one take into account defect scattering, or Umklapp-processes.
Usually, the phonon thermal conductivity increases with the decrease of the temperature.
Nevertheless, at low temperatures the phonon mean free path becomes of the order of
the sample size, and boundary scattering appears very important. It is the case in many
devices of modern electronics.

In very clean materials, the impurity scattering appears ineffective both for phonons and
electrons. In this case at low temperatures (when Umklapp processes are not important)
electron and phonon systems strongly interact (electron-phonon drag). As a result, the
kinetics becomes rather complicated and very interesting.

6.14 Problems

6.1. An electron with an energy spectrum

2 2 2
Py Dy P
3 = + +
(p) 2m,  2my,  2m,

is placed into a magnetic field parallel to z-axis. Find the cyclotron effective mass and
compare it with the density-of-states effective mass defined as

ﬂmz/2€1/2
o) ="

6.2. Derive the Drude formula.
6.3. Assume that that the electrons obey Boltzmann statistics,

o) = (7).

Tee(e,T) ox €.

and that

Expressing the transport relaxation time as

Tw(e, T) = 10(T)(e/ET)"
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find the expressions for Drude conductance at wry < 1 and wry > 1.

6.4. Compare thermopower o = n/o for degenerate and non-degenerate electron gas.
Assume
Tu(e, T) = 7o(T)(e/KT)" .

6.5. Using the Wiedemann-Franz law compare the coefficients s and (3 for a typical metal.

6.6. Derive the expression (f.24) for the screened Coulomb potential.

6.7. Derive the expression (5.27).

e? /e 2

2¢(1 — cos §) + k2 /2mr?

W(0) = 4mnv

6.8. Derive Eq. (6.44) for the polarization.
6.9. Derive Eq. (6.46G).

6.10. Derive the expression for the solution of the Boltzmann equation

G o Do B (/) (HEJH + (1/c) [H]
" De 1+ p2H2 /2 '

Use this expression to calculate the conductivity tensor.
6.11. Derive the condition ¢ = —oo for Eq. (.56).

6.12. Using the expression (p.71]) find imaginary part of 1/e(q,w) which is responsible
for damping of the wave of electrical polarization.
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Chapter 7

Electrodynamics of Metals

In this Chapter we discuss ac properties of metals.

7.1 Skin Effect.

Normal Skin Effect.

Assume that the sample is placed in an external ac electromagnetic field. The Maxwell
equations read

10H
c ot’
As a starting point we assume that j = ocE and consider the arrangement shown in Fig.
1. E |y, H]| 2z, the propagation direction is x. Let all the fields be proportional to

4
curl E = — curl H :—Wj.
c

A

Metal

E Vacuum

|
|
|
|
|
|
N

y

Figure 7.1: Arrangement for the calculation of the skin-effect.

exp [i(gx — wt)]. We get the following equations

4
iqE, = ’L%H —igH, = %UEy.

155
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Combining these equations we get

¢ = dmiwo /* — q = \/Amiwo /2 = (1 +i)\/27wo /2 = q + ig.

We see that the wave dumps in the metal, the penetration depth being

5= 1 B c
gz \/27rwa‘

Usually the surface impedance is introduced as a sheet resistance of a surface layer

(7.1)

7 = Ey(())// jydz =R —iX.
0

The active (R) and reactive (X) components can be measured by monitoring the amplitude
and phase of the reflected wave. The part R is responsible for the heating of the metal
(surface quenching). Using the Maxwell equations we can rewrite

LB _AnE0) _drw
 —(¢/Am)H.|¥ ¢ H.(0) c2q

Substituting ([.1]) we get

2
Rox_ W

oc?’

Anomalous Skin Effect.

Let us consider the expression (1) in more detail. At low temperatures o increases and
in clean metals it can be large. So the skin depth decreases (at least at high frequencies).
On the other hand, the mean free path ¢ increases with the decrease of the temperature.
Finally, one can face the violation of the simple expression j = o¢E we have employed.
Indeed, this expression can be valid only if all the fields change slowly at the scale of ¢.

Now we consider the case § < (¢ that leads to the anomalous skin effect (London,
1940). The picture of the fragment of the electron orbit near the surface is shown in Fig.
2. Only the electrons with small component v, contribute to the interaction with the
field (the other ones spend a very small part of time within the region where the field
is present). Introducing the spherical co-ordinate system with the polar axis along x we
estimate df ~ §/¢, and the solid angle element being

dQ ~ 27 sinf df ~ 2md /¢, (0 ~1/2).

The effective density of electrons participating in the interaction is

ds?

Nef ~ neE ~mned /L.
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Figure 7.2: On the anomalous skin-effect.

So, we come to the conclusion that the effective conductivity should also contain the factor
~ ¢/, while the complex coefficient cannot be determined by these simple considerations.
It can be shown by exact calculation that

where ¢ is the wave vector while b ~ 1. This estimate means that the the mean free path
¢ is replaced by the imaginary quantity i/q. Now we can use the expression

q = \/ATiwo g/ c?
and get (Problem [7.1)

Arwogh]M? in
q= [7&60 } e/, (7.2)

Consequently,

2 1/3
oL 2 (_¢ ¢ ' (7.3)
Imq /3 \4mowpd

The surface impedance could be found as

4w N3 N2/ [ e\ Y?
2=%=0) (&)G) o

We get: Z o« w??, X = R+/3. It is important that the conductivity oy enters only in
the combination oy/¢ which is determined only by the electron spectrum. The typical
dependence of the surface conductance R on /0y is shown in Fig. [[.3. This dependence
is confirmed by the experiment.
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0

Figure 7.3: Dependence of the surface conductance on the bulk conductivity.

Finally, let us estimate the border between the normal skin effect and the anomalous
one. From the criterion § ~ ¢ we get

w ~ Ppp/(2mnee*l?).
For n, ~ 10*2 cm ™3, pp ~ 1071 g-cm/s we get
w~ 1072073 g7t

where ¢ is measured in cm. For £ ~ 1073 m we get w ~ 107 s71. We do not demonstrate
here quite complicated procedure of solution of the Boltzmann equation.

7.2 Cyclotron Resonance

Now we consider the case where an external magnetic field is also applied. To understand
the physical picture let us look at Fig. [-4. Assume that the field is strong enough and

r. K /L.

In this case electrons move along helicoidal lines, the projection to z, y-plane being shown
in the picture. If the frequency w of the external electromagnetic field is high and the
temperature is low the condition

0 L1

is also met. The main physics is connected with the possibility for some electrons to
return into the skin layer while the most part of time they spend in a field-free region.
We understand that if the frequency w equals to w, the returning electrons are each time
accelerated by the electromagnetic field. This is the source of the cyclotron resonance in
metals (Azbel, Kaner, 1956). It is clear that the resonance condition depends on the orbit
shape and one can study the latter observing the resonance.
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X

Figure 7.4: On the cyclotron resonance in metals.

To estimate the effect we write down the non-stationary Boltzmann equation

of of _of o of  f—t
ar "o, Var  “Fea. 2 = 1

e(vE)

where the “trajectory time” ¢; was introduced by Eq. (6.54). It is important that the
relaxation time approximation is ezact in this case. The reason is that the only small
group of electrons is important and ”in” term of the collision integral is much less than
the "out” one. Consequently, in this equation

1
= Z Wppd(ep — pr).
p) %

7(

Considfering the electric field, E as small, we put
0
f=l+a <_8_fo)
e

and get

da 1 Ja
— +(~w+7 7 )a+v—=—¢e(VE).
o, ) o (VE)
Now we remember the characteristic method to solve partial differential equations. Namely,
we can write

e _dy da

v, v, —e(VE)—(—iw+71)a’

dty

The first two equations give the electron trajectory

F(ts) — 1(ty) = / CVits) dts.

t1
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It corresponds to the instant position of the electron which feels the field E (r(¢;)). As a
result, we get the equation

da

e + (—iw + 7 Ha = —ev(t1)E (r(t1))

The solution is

a(r,ty) = —e/ 1 v(ty)E (r(t2)) exp [(—iw + 77 (ty — tl)} dt

where the integration constant can be taken from the boundary conditions. As we have
seen, if the orbit does not touch the surface one can put ¢ = —oo.f] It is important, that
we are interested in the function a at a given point r at the time ¢;. So we should pick up
the electrons with .

2

I'(tg) = I'+/ V(tg) dtg
t1

Now we come to the result for the current

/ (dsr) v Z/ k(t2) By (x(t2)) exp [(—iw + 771)(t2 — t1)] dto. (7.4)

This is the general formula and we need to specify all the dependencies. We will not do
all the calculations. Rather we will make the order-of-magnitude estimates.
Consider the orbit depicted in Fig. [*4. If we introduce the maximal angle ¢,, for

20 [

Figure 7.5: Surface orbits.

effective interaction region, we get

)
d =r.(l —cospy), or rcgofnwé — O~ —.
TC

'The electrons which touch the surface are not important for the resonance, they produce a background
current.
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The length of the orbit inside the skin layer is & 2r.¢,,, the duration time being 27.¢,, /v,,.
This is very short period in comparison with the total time 7 =27 /w. between successive
excursions to the interaction region. As a result, ffloo in Eq. (@) splits into the sum of
the contributions corresponding to each excursion. It is important, that the only difference
between the contributions is the factors exp(—kw) where

w="T("—iw) (7.5)

while £k =1, 2, ... Finally, the integral is proportional to

27O 1
) =

27O, 1 v g )
(2reom/vy)(14+ e + e + o, T—cv

The remaining integral over the F'S can be written as

/ A5k = / K (dgw)

where K (6, ¢) is the so-called Gaussian curvature which is just the product K = (R1Ry)™!, Ry
is the principal radius of curvature at the point with the direction 6, ¢ of the normal (see

Fig. [7.6).

Figure 7.6: The definition of the Gaussian curvature.

Now we can estimate the integral. We see that the important electrons move along the
sample’s surface. So the integral over df is of the order of

Uz max/U 0L (Vy /).

Finally, after the integration over 6 we get the contribution v,p,,/vK (¢), where K(p) =
K(m/2,¢). Picking up everything, we get
2¢? do 2rcpm Vypm  ViUEE

Ji ™ 75333

2rh)3 ) v v, vK(p)l—e
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Substituting the estimate for ¢, we get

2¢? ) NNy
(07) i (w, H) ~ W/d%) T—c v K(p)

Here n = v/v. In the absence of external magnetic field w — oo and we return to the
result
or(w,0) ~ cod /¢

for the anomalous skin-effect.

Now we should remember that there are electrons which reach the sample’s surface.
Most important are the ones shown in Fig. [[.5. To estimate the corresponding contribution
of these electrons we take into account that neg ~ nepm ~ ney/d/r.. One could write the
usual estimate for the conductivity using the effective number of electrons. But this result
appears wrong because it does not take into account that there is finite fraction of diffuse
scattering from the surface. If this fraction is # one can write

Pm
1+ Bp

Og ~ Op

where p is the number of the reflections from the surface along the path ¢. This factor
takes into account the momentum transfer to the surface. We have

/ 02
TelPm or.

The fraction 3 has also the estimate 3 ~ ¢, for a surface with atomic roughness. So, for
an estimate, we can put Bu ~ £/r. > 1, and

Om Pm Ore
Og~ Opg— ~ Oy ~ 0

Pl ¢

As a result, we see that if the factor (1 — e‘“’)_1 is of the order 1, and o5 > o,. Then we
can proceed as follows. Introducing o = 0, /0, < 1 we write effective conductivity as

\Vor,
14

Oeff ~ 00 (1+a)

and substitute it to the self-consistent equation for the penetration depth ([.g). The result

1S
20\ 1 1
5 ~
(o) e

3/5 25 2
2D (L) 45 (1),
c? c? o0 ri/5 5

and
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From this expression the ratio

Z 1) 20 \°
=T ~ _N( ) < 1.

3
Z Te woors

Now we can estimate the resonant part in more detail. To do this we should analyze

the integral

g, dy

Bi -
: o K(p)1—e v

In the denominator we have

B 2miw 2
l—e™™=1—exp exp |—
We WeT

Because w.7 > 1 we have the resonances at w/w. = k where k is an integer.
The complication is that w. depends on . To clarify the situation let us recall that

w. = eH/mc where
1 {65(]02, e)}

Oe

We are interested in the points where v, = 0 since only such electrons spend lonmg time
near the surface. These points are connected by the dash line in Fig. [[7.

m(pz) = %

Figure 7.7: Momentum space geometry for the cyclotron resonance. Several orbits
(A, B,C) in planes p, = const perpendicular to the magnetic field direction are shown
on a closed Fermi surface with inversion symmetry. Most of the absorption comes from a
narow band centered about the contour (dashed line) where the velocity of the electrons
is parallel to the surface, e.g., at the two points marked 3 and 4 on the central section C,
or at those marked 1 and 2 on orbit A. These two points coalesce at the elliptic limiting
points P and () where the velocity is parallel to the magnetic field.

The problem is that the effective mass is not constant along this line because the energy
spectrum is not quadratic. So, only small fraction of the trajectories can be important,
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i.e. the ones near the sections with maximum density of states, or with extremal effective
mass. Suppose that we are near the k-th resonance

W = kWegr, Where Weyy = €H /Meyic.

It is the case for some magnetic field Hy. Usually the frequency is fixed while people change
the magnetic field and monitor the absorption. Thus, if A = (H — Hy)/Hy; we can write
L w
ok
where the angle ¢, specifies the direction for the extremum effective mass while b is a
dimensionless constant of the order 1. In this case, expanding e~ where w is given by
Eq. (7.5) in powers of (w.7)™!, (¢ — v0)?, A we get

we=—[1+A+b(p — 90)?]

1—e ™ mw+2mik ~ 21k [(wr) ™"+ A+ bl — o)?] .

The integral being determined by the vicinity of g, and we get

ni(po)nk (o) /OO dx o
B ==y : : = B! I
) K (o) oo 2mika[2? + AJb — i /bw,T] % (90)

In fact, according to Fig. [/.7 there are 2 points of the intersection between the extreme
cross section and the line v, = 0. The integrals I are the same while one should take the
sum of the factors B;,S)(npo) in both points (3 and 4).

The integral I depends on the relation between the parameters A and (wr)~*. At b > 0

—N%MEQA,A>0
(2k¢fb>_ . A<O.

I =

At b <0 L
(26VARI) . A>0
i(%¢zm)ﬂ A <0.

We see that the result depends on the character of extreme (maximum or minimum). The
resonant contribution is maximal at A ~ (w7)™!: Lua ~ (1/k)y/wT For k ~ 1 it means
@ax ~ y/w.T. Consequently, at the maximum the ratio Z, /Z acquires the extra large factor

w.T, and

Z

This ratio could be in principle large but usually is rather small.

The procedure employed is valid at w.7 > 1. In the opposite limiting case the oscillatory
part of the impedance is exponentially small.

In real metals there are many interesting manifestations of the cyclotron resonance
corresponding to different properties of FS. A typical experimental picture is shown in Fig.

IR

2]~

Te



7.3. TIME AND SPATIAL DISPERSION 165

r
-—

Figure 7.8: Typical experimental picture of the cyclotron resonance.

7.3 Time and Spatial Dispersion

General Considerations

In general, the current density j(r,t) is determined by the electric field in the vicinity of
the point r and at previous times t; < ¢

t
j(r,t) :/dvl/ dtla(r—rl,t—tl)E(rl,tl).
After Fourier transform we get

j(q,w) = 0(q,w)E(q,w)

where 0(q,w) should be analytical function of w in the upper half-space to keep the causal-
ity. Making use of the Boltzmann equation in the relaxation time approximation we get

oix(q,w) = 62/(dp)i(qv fi§+ 71 (_%) '

In the case ¢ — 0, w — 0 we return to the expression for the static conductivity. We see
that there are 3 parameters with the dimension of frequency: quv, w, and 771, At

qu, w K 1
we return to the static case. In the general case we can write

1 _—ilgv—w)+ 7t 1 —i(cosV —w/qu) + (qur) !
i(qv —w)+71  (qv—w)2+72  quv (cost —w/qu)? + (quT)~2
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where 9 is the angle between q and v. The case of strong spatial dispersion corresponds to

qu > w, L

We see that o (i.e. for the direction perpendicular to q) strongly differs from o. Indeed

) dfo sin 9 dv dp v? sin® ¥ cos? w 31 og
oL ~e [degle) | ——=— w0 | cost) — — | ~ ——.
Oe 4 qu qu 4 gt

This result is connected to the estimates which have been made in concern with the anoma-
lous skin-effect. For o and wr <1 we get

o 62/d6 () _9fo /sinﬁdﬁ 0?2 cos? (qur)~! \
I 9 Oe 2 qu  (cosV —w/qu)? + (qur)~2 (q07

The limiting case

w > qu, !

is called the time dispersion one. We get next to isotropic conductivity

a(w)~e2/dag(8)( %)/sinﬁdﬁdg@ﬁsinzﬁcosﬂpN_.ao.

Oe A7 —iw wWT

If we apply the Drude formula, we get

2
. € W,

_ L h
o(w) rmi where w

2
o Amnee
=

(7.6)

€em

is the plasma frequency. This term is connected with the plasma oscillations is an electron
gas. Indeed, let us consider longitudinal oscillations. We get the Poisson equation

divD =edivE = —4me(dn.).

Then we can apply the continuity equation,

—e% +divj =0 — dew(dn.) + o(q.w)i(qE*) = 0.

Here
E" = —V(p—(/e) = E+ (1/e)(3¢/n.)V (0n.) = E + (egr) "iq(dn,) .

As a result, we come to the equation for (dn.)
. o, .
iew — —q° | (dne) + oi(qE) =0
€gr

Consequently,

(qE)
w +iD(q,w)q?]

dmo(q,w)

E=0.
w +1iD(q,w)q?

e = —a(q,w)e[ , and [E +1
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Here we have denoted
o(q,w)
629T

D(q,w) =

As a result, we get the following dispersion law for the waves in a gas

. dno(q,w)
€t =€+ 1 - = 0.
i * w+1D(q,w)q?
Substituting ([7.6) we get
2 2
€ w w,
iD(q,w)¢* = — L4 = -"2(¢qR)?
(q,w)q Tncgr w0 f (¢R)
and come to the dispersion equation
w? 1
1--2 0.

W1 = (WE/)(aR?

At gR < 1 we get plasma oscillations. If we expand the relation ([[.§) in powers of qv/w
and put w = w, we obtain the dispersion law for plasma waves (plasmons), see Problem [7.3.
In a quasi static limiting case w < qup we get

Coff = €5
q

i.e. the static screening.

The Jellium Model

Now we introduce a very simple but instructive model of the electron-ion response to the
external field. This model is very useful to treat the nature of electron-electron interaction
in superconductors, as well to make estimates.

As we have seen in the previous section, the effective dielectric function with respect
to longitudinal perturbations has the form

ro(q,w)
w+iD(q,w)¢®

ceff(q,w) = €+

This expression is valid for both ions and electrons and one should sum the contributions
to the conductivity. At the same time, one should remember, that the masses for electrons
and ions are different, and for important frequencies the inequality

A < < 47re?
v w L w, =
eM 9vF, P em

Wi
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is met. As a result, we obtain

AR\ (Pt R i
Eeff(qv(‘U):G(l_E—’_?) :E( W22 )

1 :1 ¢ <1+ wg ) W2 = 2 q ‘
cet(q,w)  €¢®2+ R2 w? — w2 ’ 1 "R72 4+ ¢?

or

For long waves, w, ~ w;/R ~ vpy/m/M, i.e. of the order of the sound velocity. We see
that the effective matrix elements of the electron-electron interaction 4we®/q*e.q(q,w) has
two parts - Coulomb repulsion (1st term) and attraction for small frequencies.

7.4 Electromagnetic Waves in High Magnetic Fields.

We came to the conclusion that in the absence of magnetic field an electromagnetic wave
decays in the metal. External magnetic field changes drastically the situation because
non-dissipative off diagonal part or conductivity exceeds the diagonal one.

To analyze the wave propagation one needs to solve the Maxwell equations which in
the absence of the displacement current and for the fields proportional to exp(igr — wt)
read as (Problem [7.3)

Z (q25ik - QiQk) Ey, =

k

4miw
2 Zo—ik(q7 w)Ek (77)
k
Before starting our analysis let us specify the conductivity tensor. The Boltzmann equation
for the a-function has the form
0
li(qv —w)+ 7 a+ )
oty
We see that if
QUE, W L W, o WKW, qrekl

both time and spatial dispersion are unimportant, and one can use the static conductivity
tensor. The dispersion equation is

4Amiw
det |¢*6i — qigr — 2 Oik| = 0. (7.8)

If the FS is closed and the numbers of electrons and holes are not equal we get

q> —47Tiwc*20xy —Amiwe 20,

det | dmiwc 20y, q? —qyq. — 4miwc "y, | = 0.

ATiwe 04, —qyq. + 4Amiwc 0y, g — dmiwe 2o,
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Here we have assumed that the vector q is in the (y, 2)-plane, the angle (q,z) being 6
and have taken into account only the terms of 0-th and 1-st orders in (w.7)~!. Because
the largest element in the last row is o,, we come to the estimate for small enough ¢ ~

-2
VATwe 20y,

2 2

q2 ~ 47TWC_20'$y ~ drwe "oy, K drtwe” "o ,,.

As a result, the dispersion equation simplifies as
q2q§ + (47Tiwc’20xy)2 =0.
Taking into account that ¢, = qcosf we get

*q*cost  cHq?*cosf

YT dnfon,|  Ameln. —na|
According to the last row of the matrix ([[.7) we have F, < E,, E,. Then from the first
row we get

¢E, — 47Tiwc_20zyEy =0— E, =ticost E,.
So the wave is polarized elliptically. This wave is called the helicon. There are also waves
of other kinds in metals in magnetic field.

There are different experimental methods to study electromagnetic excitations in met-
als. One of them is measurements of the surface impedance in thin plates. Changing
magnetic field people change the wavelength of the waves and it is possible to observe
resonances when the sample’s thickness is an integer times the wavelength. Another ap-
proach is to study the interference between the electromagnetic wave and the wave which
has passed through a thin plate.

7.5 Problems

7.1. Derive the equation ([.3).

1 2 ( &\
d=—=—%| —— :
Imqg /3 <47mw0b)
7.2. Derive the dispersion law for plasmons.

7.3. Derive the dispersion relation for electromagnetic waves in metals.

4miw
det [q25ik — ¢k — 7%&1 = 0.
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Chapter 8

Acoustical Properties of Metals and
Semiconductors.

8.1 Landau Attenuation.

There is another useful approach to study high-frequency properties of good conductors - to
induce an acoustic wave and measure its attenuation (or its velocity). The main advantage
is that acoustic wave propagate inside the conductors without sufficient damping.

The interaction between the acoustic waves and the electrons can be written as

6e(p, 1) = A (p)uir(r) + ep(r)

where the potential ¢ should be determined from the Poisson equation. As far as for good
conductors w < ¢ and ¢ < R 'one can show that it is enough to request the neutrality
condition on. = 0 that is the same as ep(r) = —(Ayk(p))epuin(r). As a result, we get

0e(p, 1) = [Aik(P) = (Aik(P))er ] wik(r) = Aik(P)uir(r)-

We see that it is possible to produce an effective force varying as exp(iqr — wt) and in such
a way investigate the Fourier components of electronic response. The Boltzmann equation
for the electrons in the field of a sound wave has the form

li(qv —w)+ 7 a= Z Ait(P) (V) wir(1).
If we express

%: Aik(P)uik = 2% %: Ain(P) (qir + qri) =i > Aaw(P) i = ighu

ik

(where w is the displacement, A = )., \i(P)n;ex, € is the polarization vector of the wave,
while n = q/¢) we obtain

[i(qv —w) + 77! a = —(qv)gAu.

171
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One can immediately express the absorbed power through the distribution function. In-
deed,

Q= [nzs= [tan:wam) (-52) = [ a0 (-52) ).

This expression should also be averaged over the period 27 /w of the sound wave. This
average is calculated in a complex form

- 2m/w , . . .
A(t)B(t) — % i (Aefzwt =+ A*ezwt) (Befzwt + B*ezwt)
= AB*+ A*B =2Re(AB"). (8.1)

So, for Fermi electrons at low temperature we obtain

Q = 2g(er)Re{(—iwde)*a)., = 2wq*g(er)\*|u|* Re < : (av) >

i(qv —w) + 771
-1
— 9w A2[y2 (qv)T ‘
wq g(EF) |U’ <(qv_w)2+7__2 o

The most interesting case is the one of the so-called short-wave sound
ql >1

which can be met in pure conductors at low temperatures. In this case we see that only
the electrons with
qV R W — Vg X 5 (8.2)

are important. This condition has a straightforward physical meaning: because vp > s
most of electrons feel rapidly oscillating field produced by the acoustic wave, the average
interaction being small. The electrons with qv ~ w move in resonance with the wave and
they feel a slow varying field. The damping due to the resonant electrons is called the
Landau damping, it has been analyzed at first for plasma waves. In the Landau damping
region

(qv)T! W s
— - ~NT— =T —.
(qv —w)? 471 . qup Vp

Q ~ 2wtg(ep) \2|ul2r—
UF

As a result

Usually, the attenuation coefficient is measured which is determined as

where &, is the energy density in the wave

Eae = 2 pwu(r, 1)2/2 = 2pw?|u?|
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while p is the crystal density. We get

2wg*g(er) N*|ul?m (s /vr) glep) N s
2pw?|u?ls ps?  Tup

Since A is of the order of a typical electron energy, for rough estimates we can put A ~
€r, ps® ~ Mnys® ~ neep. So
g(er) N
ps®
and I'/q ~ s/vp < 1. The coefficient I" characterizes spatial decay of the wave:

~1

™

85@0 .
oxr

I,

Thus, we have proved that acoustic waves have relatively small damping.

8.2 Geometric Oscillations

The short wave regime is very useful to study the Fermi surface. Indeed, only the electrons
with v almost perpendicular to q are important. As a result, only small parts of the
electron orbit in a magnetic filed contributes to attenuation.

To illustrate the situation we analyze the case

q 1l H, qre < 1, weT > 1.

An electronic orbit is shown in Fig. B The dashed lined show the planes where wave’s

Figure 8.1: On the geometric oscillations.

phases are equal An electron spends different time near these planes, the longest being near
the points 1 and 2. These points are the ones where the interaction is most important.
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Now let us assume that a function is extreme for a given phase difference

t(2)
p = / (qv) di.

t)

Then, if the number of wavelengths at the orbit’s diameter is changed by an integer n
the phase difference is changed by 27n. Let us direct the z-axis along q. Then, from the

equation of motion
dp, e
— = —-Huv,
dt c

Consequently, if ¢ > 1 the a-function oscillates with magnetic field, the period being

1 2me 1
A (_) _me 1
H)  cq pP —pi
(2)

In fact, the difference p;~’ — p?(f) depends on p,, and genuine oscillations correspond to the
extreme cross sections with respect to py(f) — pg(jl). As a result, the oscillations are relatively
small (as in the case of the cyclotron resonance). The effect is more pronounced for open
orbits.

The geometric oscillations provide a very powerful way to measure diameters of the F'S.

8.3 Giant Quantum Oscillations.

Quantum transport is out of the scope of this part of the course. Nevertheless, we will
consider a very beautiful quantum effect of giant oscillations of the sound absorption.
As we know, in a quantizing magnetic field the energy spectrum consists of the Landau
bands
e(N,p.) =en +p2/2m,  enx = hw.(N +1/2).

The energy-momentum conservation laws for the phonon absorption require
ent + (P2 +hg.)?/2m = en +p2/2m + hw — hwe(N' = N) + hp.q./2m = hw.
For realistic sound frequency this condition can be met only for N’ = N, and we get
p, = mw/q, = msq/q, =ms/cosf, 6= -(q,H). (8.3)

Consequently, one can control the value of p, changing the propagation direction.

The Landau bands are shown in Fig. B2.  The value of p, corresponding to the
condition (B.3) is denoted as p.

On the other hand, only the region near the FS (the layer of the thickness ~ kgT)
contributes to the absorption, the corresponding regions for p, are hatched. If the value
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Figure 8.2: Landau levels.
Y h
H

Figure 8.3: Giant oscillations of sound attenuation.

p is outside these regions, the absorption is very small. If magnetic field is changed the
regions move along the p.-axis. As a result, the attenuation coefficient I" experiences giant

oscillations. The typical experimental picture is shown in Fig. B3.
The giant oscillations provide a useful tool for investigation of the FS.

8.4 Acoustical properties of semicondictors

In the previous section we discussed the case when ¢f > 1. However, in typical semicon-
ductor materials the opposite inequality,

g <1,

is usually met. The reason is that ionized doping impurities produce rather strong scat-
tering, and the typical electron velocity is much less than in a metal.
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The condition actually ¢f < 1 means that one can use a hydrodynamic approach which
we used to describe response to “slow” perturbations. Thus we can write

j=0oE —eDV(dn)

where dn is the variation in the electron density. In the stationary state j = 0 and

0o

omn=——p.
" eDSO
Here ¢ is the electrical potential, so that
E=-Vop.

In the case of piezoelectric interaction, the second relation between on and ¢ can be
extracted from the Poisson equation

div D = 47e(dn) . (8.4)
Here D is the electrical induction,
D = €E 4 47P

where P is the polarization created by the acoustic wave. The piezoelectric interaction
mechanism is clarified in Fig. 4. To get a quantitative description let us write the free
energy of the deformed crystal (at fized electric field E) as

~ ED 1 1
F(T,E)= F(T,D) — e Fy + o Cittm Uik Uim — S_ﬂ_EikEiEk + Bi g - (8.5)

Here summation over repeated subscripts is assumed, c;,, is the so-called elastic moduli

tensor while
Uik — =
K9 Oox, Oz

is the strain tensor. Tensor (3; ;; describes the piezoelectric interaction.
According to general principles, the stress tensor is

OF
Oik = 5 = CikimUWim + BrrmEi - (8.6)

Uik

E=const
The electric induction is
oF
Di = —4rm OF, = e By — 475 gt - (8.7)
U =const

Now we can substitute Eq. (B.6) into the elasticity equation,

82ui . 80_1‘]@
(9752 N 8xk

p
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® O
‘ Q Dipole moment -
\ \

o C ®O

Equilibrium cell Deformed cell

Figure 8.4: A plain ionic lattice without symmetry center. After deformation “center of
gravities” of positive and negative triangle do not coincide, and as a result a dipole moment
appears. Polarization P is just the dipole moment of the unit volume.

to get
0%u; Ny OF,
= oy im g OB 5.8
P o = Cikl Bz, +ﬁz,kaxk (8-8)

This equation should be solved together with the Poisson equation (B.4) and the continuity
equation,

aon L
o +divj=0. (8.9)

Now let us assume for simplicity that the wave is propagating along a principal axis of the
crystal (axis x). For a traveling wave all the quantities should be proportional to

exp(iwt + iqx) .

Thus the continuity equation can be written as

(—iw + Dg?)(dn) + %q2¢ ~0. (8.10)
As a result, one can re-write the full set of equations as
(cq®> — pwPu — B¢’ = 0 Elasticity
dtBPu +  eddp — dme(én) = 0 Poisson (8.11)

c*¢ + (—iw+ Dg*)e(dn) = 0 Continuity



178 CHAPTER 8. ACOUSTICAL PROPERTIES...

A non-trivial solution of this set exists only is the determinant of the corresponding matrix
vanishes. After some straightforward algebra the secular equation can be written as

¢ =g [1+ (R —iwrm|
q> (qR)? — iwTy, -

()]
€ Oep

€

(8.12)

where ¢p = w/w = w+/p/c,

is the screening length,

T, = —_—
" 4ro
is the Maxwell relaxation time, while

B 47 32

€C

X

is the so-called piezoelectric coupling constant.
Since usually x < 1 it is naturally to use an iteration procedure. If one puts x = 0,
then Eq. (B:12) is decoupled into two equations. The 1st one yields

¢=q¢ — q==%q,

so it describes usual acoustic waves propagating along (against) the x-axis.
The 2nd one yields

q= %\/1 — WTpy ,

it describes overdamped electron density waves.
In the general case it is natural to look for the solution as

=@+, |lal<q,

where Im ¢, characterizes the (amplitude) attenuation of the wave while the power atten-
uation is
I'=2Img=2Im ¢ .

One easily obtains

2 2 T,
20 _ _ _(aR) T (8.13)
q0 14+ (¢R)? —iwTy,
to get
WTm
I' = . 8.14
O @R 1 (wrn)? 8.14)

The qualitative picture of such a dependence is straightforward - at low frequencies there
is a compensation of electrical and diffusion current, the attenuation being proportional to
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Joule heat, w?. At large frequencies the charge has no time to redistribute in the field of

the acoustic wave.
One can see that the dependence I' vs. w has a maximum at

W= Wmax = /R,

the maximal attenuation being

w wmax Tm

FmaX — - 4 . /7 o
XR 4 4+ (WnaxTm )?

This maximum depends on the product wy.x7;, reaching the absolute maximum
s

FOZXE

at WnaxTm = 2. Frequency dependences of the absorption are shown in Fig. Bj

0.8

0.6

0.4

0.2+

0 1 2 3 4 5
Frequency

Figure 8.5: Dependences of the reduced attenuation coefficient, I'/T'y, on the reduced
frequency, w/wmax fOr WmaxTm = 2 (curve 1), 4 (curve 2) and 0.5 (curve 3).

If the sample is a part of a closed loop with the transport current density j one can
re-write the variation of the transport current as

D | =
S

dj=eldn)vy, vgq=
E=const

Substituting this expression to the equations above we obtain

(w - qOVd>Tm (815)

I'= .
X0 (14 @R?)? + (w—qovy)*72
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o

01

ot \/ Lattice absorption

Figure 8.6: Dependences of the reduced attenuation coefficient on the reduced drift velocity,
V = vg/w, for w7y, = 2. Horizontal line indicates the attenuation due to defects and
lattice vibrations.

This dependence is shown in Fig. B.§ One can see that at |v4| > s the attenuation
coefficient changes its sign. That means amplification of acoustic waves by the charge
carriers drift. If the gain is larger then the attenuation due to defects and lattice vibrations,
than the sample can generate acoustic waves (phonons). Such a system placed in an
acoustic resonator is an acoustic analog of the laser.

8.5 Problems

8.1. Compare electrical and mechanical energies carried by the wave in a piezidielectric.

8.2. Find the relation between the amplitudes of electric files and deformation for the
case of acoustic wave in a piezoelectric semiconductor.

8.3. Find dc current induced by a acoustic wave in a non-degenerate piezoelectric semi-
conductor.

Hint: A dc current appears in the second approximation in the wave amplitude. Thus

Jae = (0E — eD(00n/0z)time = ((d0)E) = (o/n){(0n)E) .



Chapter 9

Optical Properties of Semiconductors

9.1 Preliminary discussion

Basic equations

The Maxwell equations (ME) for electric field, E, magnetic field H, as well as for the
corresponding inductions D = ¢E and B = uH read

10B

E+—-— =0
VX +c@t
Uxg_ 10D _ ATy
c Ot c
V-D = 4nmp
V-B = 0. (9.1)

It is convenient to introduce scalar, ¢ and vector, A potentials as

10A
e

B = VxA. (9.2)

In this way we automatically meet the first and the last ME. The potentials are not unique,
they can be replaced by new ones,

A = A+ Vy
. 10x
¢ = ¢ o (9.3)

without changing of the physical field, E and B. For many cases, the so-called Lorentz
gauge is convenient. In that case we put

19¢'
A2,
VoA o =0

181
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Then one can re-write ME as

1 0%A 47
QA_ -
v 2 Ot? c J
1 0%
20— ——- = —47p. 4
V%~ S TP (94)

At J =0 one can put V-A' =0, ¢ =0, and we get the solution

A(r,t) = Ap{exp[i(kr — wt)| + c.c.}, (9.5)
the fields being
E = —2(w/c)Agsin(kr — wt)
B = —2k x Apsin(kr —wt). (9.6)

The Poynting vector (power flux) is

1 2.
S— B xH] = £ A2 sin(kr — wt).
4 T \J€l

Its time average is

2
c  ew 9

S) =k———— :
Here ¢/\/€n is the velocity of light, k = w,/€n/c is the wave vector of light.
The energy density is
W= ‘ S /e

2
- = |A2.
o

c 27 c?

That can be expressed in terms of N, photons in the volume V according to the relation

hwN,,

W:
V

Thus, the relation between the wave amplitude and photon density is

2rhuc® N,
v

[Aol* = (9.7)

(809

9.2 Photon-Material Interaction

Now we can formulate a macroscopic theory of photon-material interaction. Substituting
into (0.1) J = ¢oE and eliminating B we get the following equation for E

uOE | Arop IE
c? Ot? 2 Ot

V°E = (9.8)
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Looking for the plane wave solution now we obtain complez k,

4
kzgweu—i-iﬂ. (9.9)
c w

Now it is time to introduce the complex refractive index
N =n+i3,

so that

k:ng—l—zﬂg.
c c

/\/’zweu%—iMTU. (9.10)

In this way, in the media placed at z > 0, the solution has the form

E = Ejexp [Zw (”—CZ - t)] exp (—@> . (9.11)

C

We have

The quantity o = 2w/c is called the (power) absorption coefficient.
At the interface one has partial reflection. Consider an interface between the vacuum
and the material at z > 0. Then the solution in the vacuum is

E;exp [z’w (ﬁ — t)] + Es exp [—iw <E + t)] ,
c c

while in the material it is given by (0.I1). Matching the boundary conditions at z = 0 for
electric field

Eo=E; +E;.

From the continuity of the tangential component of magnetic induction we get (using ME)
(n+iB)Ey = E; — E; .
Combining the boundary conditions, we obtain

_|Es

2 (n—12 4+
=12 -

! RSV

(9.12)

Measuring a and R we find optical constants n and (.
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Drude-Zener theory

Having in mind Eq. (0.1() and putting ¢ = 1 = 1 we can introduce the complex dielectric
function

47
ew)=1+i—0o(w). (9.13)
w
Using the linearized Boltzmann equation and relaxation time approximation one obtains
2
. o ne-t
olw) =01 +109 = - og =
() ! T ltdwr O m
In this way the optical functions are
2.2
n—p* = 1- T
1 4 w?7?
2
WoT
p
ng = ————. 9.14
b w(1 4 w?7) (9.14)
Here
4rne?
Wy = -

is the plasma frequency. Let us discuss some limits of these equations

(n+pP)n-p) = 1-wpr?
2nf = wirr/w.
As both n and 3 increase as w — 0
n~f~ (2roy/w)/?.

From this expression one finds the skin depth

2
6 =c/wf = ()2noow)'/? = “pT
w

Large frequencies, wt > 1

Ree~ 1 — (w,/w)?, Ime~1/wr.

At w close to w, (plasma edge) both n and [ become very small, and the reflection coefficient
is close to unity. For the frequencies above the plasma edge the material is essentially
transparent. Frequency dependence of the reflectivity is shown in Fig. P.1]

To construct a quantum theory, one needs to allow for the conservation laws which
include both energy and momentum transfer. Thus we employ second-order perturbation
theory. The corresponding processes are shown in Fig.

One can find a discussion in the book [3], Sec. 11.10.

Low f
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Figure 9.1: Dependence of the reflection coefficient on the reduced frequency, w = w/w,.
Numbers near the curves indicate values of w,7.

Cyclotron resonance and Faraday effect

Consider propagation of a polarized light through a transparent medium containing free
electrons with the effective mass m in a magnetic field H. The simplest equation for
electron velocity, v, has the form

1 ,
m (V + —V> = —eByijy et — ‘v xH. (9.15)
c

Solving the vector set (0.15) and defining
Je =0F = —env,

we obtain .
1 —i(w Lt w)T

9.16
(1 —iwT)? + w272 (9.16)

04+ = Oy

One can see that the absorption given by

1+ (we + w)?r? o0

(I (@2 — )2 + 42?1+ (weFw)r?

Re o1 = 09

is maximal (at w.7 > 1) if w close to w. (cyclotron resonance). It is strongly dependent
on the polarization because ¢ ~ o( for left-polarized wave and almost vanishes for the
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Figure 9.2: Scheme of phonon-assisted transitions. Solid curve is the electron dispersion
law. Straight solid lines show optical transitions while dashed line show transitons involving
phonons.

right-polarized one. This is the way to study the carrier’s charge because cyclotron mass
is proportional to e.
Introducing the complex refractive index,

/ 4
ni:Re{ e—gai},

we can decouple a plane wave into a sum of left- and right- circularly polarized waves
having the phases
nyz
bu = (M5 1)

c
Then the complex amplitude of the field is

E, = FEyexp <z%> cos <#) )

E, = —Eyexp (2#) sin (%) .

Consequently, the angle between the polarization plane the z-axis is determined from the
relation (1) 5 5
Re — ¢_
tan § = YL — —tan | —— ) .
an Re{E, T an ( >

2
If damping is small than one can neglect Re{c} and express the rotation angle through
oW =Im{o} as

d 27d 2 (4 (%)
0:('0—(1@—71_):—7T -
c cC ng+n_



9.2. PHOTON-MATERIAL INTERACTION 187

As a result, we get at w,w. > 1/7

re*nHd

AmPw?(ny +n-)

0 —

This expression is independent of 7 and can be used to determine the effective mass.

Lattice reflectivity in polar semiconductors

Lattice reflectivity can be modeled by the oscillator equation
mi + myi + mwjz = eF) exp(—iwt).

The dipole moment of the unit volume is

2
w
4P = e(w)Ey = 4mner = ———F———¢l)y
wi — w? —iwy

Here € is a residual contribution to dielectric constant while n is the density of oscillators.

Thus

w?

— p
€(w) = €0 + B z'w’ye' (9.17)

Introducing static dielectric constant ¢y = €(0) we get

2
“o

€(w) = €0 + (€0 — €co) - (9.18)

2 2 _
Wi — w? —iwy

The dependence of the reflection coefficient on the reduced frequency in shown in Fig. B3
The minimum in that dependence corresponds to

w 60—1 €0
W €oo — 1 €oo

From the Lyddane-Sachs-Teller relation

wi €o

Wo €00
we identify wy as the frequency of the transverse optical phonons, while the minimum

corresponds to longitudinal phonons.

Kramers-Kronig relation

Let us introduce complex conductivity as

jw) = o(w)E(Ww).
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Figure 9.3: Dependence of the reflection coefficient on the reduced frequency, w = w/wy.

Numbers near the curves indicate values of v/wg. €5 = 12, €9 = 15.

In time representation, one can write

j(t) = / dt' o(t — ) E(t') (9.19)

and | oo
o(t) = gy /OO dt o(w)e™ ™"
must be real. Thus,
o(—w) = o"(w), or
Reo(—w) = Imo(w), Imo(—w)=—Reo(w).

The important point is causality and one must define
o(t)y=0 at t<O.
Thus the integration limits in (0.19) should be (t,00). Using also the property o(w) — 0

as w — oo one can prove that the function o(w) is regular in the w-upper semi-plane.

Now let us consider a contour integral

o(§) d§

§—w

along the contour shown below. The integral must vanish. Thus



9.3. MICROSCOPIC SINGLE-ELECTRON THEORY 189

(o)
)

Figure 9.4: Integration circuit.

U(f)df_maw _
P/g_w (@) =0.

As a result,

Reo(w) = 113/0o Reo(d) 4

T oo E—w

Imo(w) = —lp/m mo(6) e (9.20)

T Jow E€—Ww

These relations can be generalized for a dielectric function ¢(w). An important consequence
- summation rules. For example, we know that at w > w, 8 — 0, and

e(w) — Ree(o0) = —w) /w? .

Thus
w? = lim {w?[1 — e(w)]}.

p wW—00

Using Kramers-Kronig relation one can show the if Im €(w) decays faster that w™3 than

2 o
2—_
w, = 7T/0 ¢ Ime(§) d€.

9.3 Microscopic single-electron theory

The Hamiltonian has the form
1

M=o [f» + ZA(f)] e+ Ur). (9.21)

An important point that momentum and co-ordinate do not commute. Using the relation

£(3),8] = b1 (7)
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we can rewrite Eq. (0.21)) as

) : 2
P e 1eh e

H=—+—A.p——V_ A
2m + mc P 2me + 2mc?

A’ +ep+U(r). (9.22)

Hereby we will use semiclassical radiation theory as most simple. Namely, we shall consider
the radiation as a classical field and use the time-dependent perturbation theory which
yields scattering rates.
Let us chose the gauge VA = ¢ = 0. Assume the radiation field to be small, such as
the linear term
|(ieh/mc)A - V|/|(h?/2m)V?| ~ eA/pc < 1.

Thus one can decouple the Hamiltonian as H = Hy + H' where

h2
H() = —%VQ—{—U(I')
W o= Ay (9.23)
mc

The Fermi golden rule leads to the expressions for the scattering rate
L2 :
W) = = SO0 6By — Ei T ho) (924)
!

where - corresponds to photon absorption while + is for emission.

Here we have to specify in what we are interested in. If we are interested what happens
with the electrons we have of sum over the phonon distribution. It can be written as the
product N = N, gpn(w) where

w2

T oK

is the photon density of states, ¢ = ¢/ /én. Thus we specify the amplitude as

gpn(w)

2mhc?
we

|A0|2dw =

Nw gph ((.d) dw

to get the following expression for the transition probability with absorption,

_ 472e? N, gpn(w) 2

m2we

W (w)

(9.25)

/ &r Yy exp(ikr)pary,

Here p4 is the projection of the electron momentum to the direction of A. Define photon
mntensity as
I(w) = VA*WN,gpn(w)

we can write the final expression as

_Am?e? I(w) 2

W) = e (9-26)

/ d’r 3, exp(ike)paiy
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For the situation when one is interested in light absorption it is necessary to sum over the
electron states. The result can be expressed through electron density of states, g,

4m2e? N, g (Ey)
m2we

W@ (w) = (9.27)

‘/d?’rw , exp(ikr)p

It is important that the transition is almost “vertical”, one can neglect the photon wave

vector, and
271 1
ho = (_ " —> .
2 \m., my

The only result of quantum theory of radiation is that it changes N, — N, + 1 in the
expression for the emission rate (spontaneous emission).

9.4 Selection rules

The selection rules are dependent on the matrix element

VTP
Usually one can put e’* ~ 1 (dipole approximation). Indeed,

d
(71Dl = S flrli) = i (FIeli), sy = B~ By,

When the states have Bloch form 93y = e uy(r) the explicit expression for dipole matrix
element is

sz - hk/¢§'l'¢kl d37’ - ih/ur{/l/(VUkl)ei(k_k/)r d37“ . (928)

Interband transitions
Bulk materials

Consider band-to-band transition in direct gap materials. The first item in r.h.s. of
Eq. (P:28) is 0 (Bloch states are orthogonall). The last term requires k = k’ because
central-cell functions are periodic. Thus we are left with vertical transitions with matrix
elements

<uck‘pA‘uvk>
where ¢, v denotes conduction (valence) band. For near band-edge transitions one can use
the function in the BZ center. We have the following specification of the states

e Conduction band:
Uy = |8)

spherically symmetric.
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e Valence band:

— Heavy holes:

3/2,3/2) = —%upxwﬂpym

3/2,-3/2) = %qm —ip) |
— Light holes:
3/2.1/2) = —%mm Filpy) | —2lp2) 1
3/2,-1/2) = %mm Cilp) T 420 1]

Remember that

|pe) = \/%Siﬂ@(:osaﬁ,
3 ..

lpy) = i sinfsin ¢,
3

lpy) = \/Ecosﬁ.

Symmetry allows the transitions

(Pelpels) = (pylpyls) = (p:Ip-Is) -

Thus measuring the matrix elements in the units of (p,|p.|s) we obtain

(HH|p,|s) = (HH|p,|s)=1/v2
(LH|ps|s) = (LH|p,|s)=1/v6
(LHpls) = 2/6, (LH|p.Js)=0. (9.29)

These rules have important implications for polarization dependencies of the light absorp-
tion.

Quantum wells

The discussion above can be generalized for quantum wells. Two facts are important

e The central-cell functions are only weakly effected by confining potential.
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e The absorption at low enough frequencies is important only in the well region because
barriers have wide gaps. The states are

n 1 P
d}c = ke pgc( ) cke

P = lth Z g (Ul (9.30)

=2

Thus we have

d2p6i(ke_kh) < vkh |pA|U’cke> (931)

—

1
M2D vm| . n
if AW E <gv |gc>
For symmetric confining potentials,

D (g g) & S

14

The main difference is replacement of the 3D density of states

\/§m3/2(€ _ Eg>1/2

3D _
g (6) - 7Th3

el

by its 2D analog

gel - _ n m
N WﬁQW g.'g)O(Eym — hw),  Euy = Egop + B¢ + B

Here m, is reduced effective mass, m* =m_ ! +m; .
Before summarizing, let us introduce a relation between the scattering rate and absorp-
tion coefficient. We have,

W@ = aéN,,
Consequently,
W)
a=- N
Summary

Now we can give a summary for interband transitions.

Bulk semiconductors

4re*h
a(hw) = W()'a Pis|*gsp(hw),
3/2(h, _ 7 \1/2
ge(hw) = V2(m,) ¥ (e — By (parabolic bands) . (9.32)

m2h3
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Figure 9.5: Absorption coefficient in GaAs. Note that excitonic effect can change the
results inside the bandgap.

Here a - p;s denotes the dipole matrix element, a is the polarization vector, while 7 is the
refractive index of the material.

Quantum Well

Are’h J2D
hw) = ————|a-piy|* T E.m — hw
a(hw) mzcn<hw)|a Pif| W %fmn@( nm )
G = o, (9.33)

frnm represent the overlap between n and m sub-band overlap functions.
The recombination rate for a bulk material is

Ame?

m2enwe

Wem - |a : pif|2<Nw + 1)gph(hw) . (934)

The total photon density of states if photons are emitted in 3D space is

2w?

9o () = 5o

where coefficient 2 allows for 2 transverse modes for each q. This expression can be easily
modified for quantum wells. Some experimental results are shown in Figs. P.5 and

Important feature is 1/W dependence in the case of quantum well. It is a consequence
of the assumption that the wave function is localized inside the well. In real life the upper
states are spread outside the well, see Fig. P.7.
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Figure 9.6: The same for 100 AGaAs /Aly3GagrAs quantum well structure for in-plane po-
larized light. The HH transition is &~ 3 times stronger than LH transition in this polariza-
tion. The higher sub-bands become closer spaced and eventually one gets bulk absorption
coefficient.

Few words about semiconductor lasers

A typical band profile to get a lasing effect is shown in Fig. The main requirement is to
compensate losses by gain G(hw), I'G = ays. Here T is the so-called optical confinement
factor which is just the fraction of optical intensity in the active region. We have calculated
the rates assuming that initial state is occupied but final is empty. What we need, is to
average the result in a proper way to extract relative number of such configurations. In
general, one has quasi-Fermi distributions for electrons and holes,

E— ey \] ™
= |1 I
fan = 1o (5 )

the result being

Glhw) = ﬂj;(jw / (de%g 2 pl
X [fe(Ee(P)) + fu(En(p)) — 110 [Ee(p) — En(p) — hw] - (9.35)

Here we calculate the difference between (induced) emission and absorption rates. It can
be positive only if

fe(Ee<p)) + fh(Eh<p)) >1

(population inversion). One gets a very similar form for a quantum well by replacement
the states |p) — |n,p|). In general, one has also to sum over the angular momentum
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I

[

Figure 9.7: Schematic structure of wave functions.

states of the holes. In the most cases, the most important are the transitions with m = n.
The main directions to obtain lasing — increase of optical confinement, of reduced density
of states (quantum wells!!)

An important feature is the threshold current that is the product of the electron charge
eR..c where R,.. is the recombination rate due to spontaneous photon emission and non-
radiative processes. It must be as small as possible, and people try to decrease them. An
important contribution which can be optimized is Auger processes, Fig. B.9 They can be
direct or phonon-assisted (trap-assisted, etc). Auger processes are very harmful for lasing.

Indirect interband transitions

When the energy and momentum conservation law cannot be met, then indirect transitions
come into play. Let us consider a situation when phonon energy is less than direct gap.
However, there are states at some other values of p where the energy conservation can
be met. In this case the necessary momentum can be supplied by a phonon in course of
phonon-assisted transition. One has to pay for that because this process involves 2nd order
perturbation theory.

Let us consider an example, Fig. .10 We have to employ the second-order perturbation

theory,
2w
W ==
h /

The interaction Hamiltonian is a sum of the contributions of electron-photon and electron-
phonon interaction,

S Ul |y P

E; — B, (2rh)? "

n

Hine = Hpn + Hep -

Both combinations shown in Fig. P.IJ can contribute. In any case, indirect transitions
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Quantum

1 well active
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Figure 9.8: Typical band profiles used for bulk (upper panel) and quantum well (lower
panel) lasers. The width of the active region dimensions in the quantum well < 100 A,
while in double heterostructure laser it is > 0.1 pm.

CHCC
Auger process

Figure 9.9: A typical Auger process. A reverse one is called impact ionization.
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Figure 9.10: A typical indirect transition.

lead to an additional small coefficient corresponding to electron-phonon coupling. One can
trace that comparing the absorption profiles for GaAs and Si, Fig. P.I1l.

9.5 Intraband Transitions

Bulk semiconductors

Intraband transitions must involve a phonon, or some other scattering mechanism. The
second-order process is very much similar to the one discussed above. It is very important
for lasers because it is responsible for losses in cladding areas.

Quantum wells

A remarkable feature - possibility of intraband (but inter-subband) transitions in the lowest
order. Consider 2 subbands with wave functions

V= g'(2)e"Pup (r) .

The functions g;(z) are orthogonal, while the central cell functions are essentially the same
for all the subbands. Thus
P =7 | 97 (e Pavy! ()P Ppdz.

If k is in the p-plane, then the matrix element is 0. However, if the light is polarized in
z-plane, then
1 0
pPif = —ZW 92*(2)2&91(2) d’pdz.
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Figure 9.11: Absorption coefficient of Si and GaAs.

If the states have opposite parities, then the integral is finite, and

h
pif%W-

Finally, we get
4m2e2N,, 1
Wi = ———2— glP0(Er — E; — hw) F(E)D[L = F(EL)].
b e WEf IPif|0(Ey V(B[ — f(Ey)]

Assuming that only one subband is filled and introducing electron concentration as

N, = 25(Ef — B — hw) f(E))
f

we could obtain the result. However, in 2D case the joint density of states is infinite in the
resonance if both subbands have the same dispersion law. Usually, a Gaussian broadening

is assumed,
1 (E — Eyp)?
B)=— " exp |12 |
9(E) (144m0)1 2P { 1440

Physics of the broadening is rather complicated (disorder, phonon-related processes). Any
way, we get

C om2enw W (1.44w0)b/? o 1440

What is important that the absorption is strongly dependent on the polarization of the
incoming light. If electric field is parallel to the 2D plane then there is a weak free-electron

o) = 2 P 5 {_M] |
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Figure 9.12: Energy profile a quantum well (left panel) and schematic behavior of absorp-
tion coefficient (right panel).

absorption. The resonant absorption discussed above is possible only if the light is polarized
perpendicular to 2D gas. The selection rules (for symmetric quantum wells with isotropic
spectrum) imply that the transition can take place only between the states with opposite

parity, otherwise
. dUN(z
Pif oc/dzz/JM(z) w(]{\;( ) =0.

Note that this rule is opposite to the case of interband transitions.

In the wells with finite depth, there is a continuum spectrum above discrete states.
In such a situation, a properly polarized light can induce transitions from discrete to
continuum states, i. e. lead to photoionization.

Let us sketch the calculation for a rectangular well with the depth W (Fig. D.12). For
a scattering state in the continuum spectrum, the wave function for the incoming energy
€ can be written as

exp(ikz) + Rexp(—ikz) in the region I
. =< Bexp(iKz) + Cexp(—iKz) in the region II . (9.36)
T exp(ikz) in the region III

Here

B 2me

12 K2 2m(W +¢)

2’ h?
Then we have to match both the functions and their derivatives at two boundaries. For
example,

2k(k+ K)
(K +k)?+ (K — k)?exp(2iKa)
It is clear that at small k (k < K) the coefficient B (as well as C' and T') are small. Thus
the electrons are reflected from the well. However, at Ka = s7/2, s = 1,2,... we have

B=c=1/2.
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That means full penetration - the well behaves as Fabri-Perot resonator for de Broglie
waves. As a result, these “resonant” states are very important. Only for these states
overlap of wave functions is significant.

Now let us discuss the behavior of the absorption close to the threshold (hw = W), i
e. for small e. One can show that for the so-called non-resonant wells with

V2mW # sh/a

the absorption is small and proportional to v/hw — W + ¢1, while for the resonant ones it
is proportional to (Aw — W + &;)71/2,

Above we ignored frequency dependence of dielectric function which might be important
near resonant transitions. The account of these effects is beyond the scope of this course.

Interband transitions in a magnetic field

In a magnetic field, Landau levels are formed in the conduction and valence bands, the
energies (for parabolic bands) being

1 p2
n = — . = =0,1,2,..., 37
€ <n+ 2> o n (9.37)

where B
we=". (9.38)

me

Thus the band edge moves to give the energy gap as

eh 1 11
Ey(B) = E)(0) + 5 B, — = <H + m—h) . (9.39)

Thus, the fundamental edge must be shifted o« B. There is also spin splitting,
AEL = gupB,, pp=eh/2mqc.
Now let us estimate the absorption coefficient. As it is well known, the quantum

numbers of an electron in a magnetic field are {n, p,, p.}. One can easily show that because
one can neglect the photon wave vector the dipole matrix element can be expressed as

Pvc = AO|epvc| 5py Py pz,p’z 5

Thus the transition probability is

o 2| A 2 H 2
w27 lepuel® Z//dpydpz [hw—Eg—(nle/Q)e + 22

A m22 m2h?2 myc  2m,c
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The following calculation is straightforward. We use the following simplifications

/dpy = LseH/c,

p2

Finally,

L op, (er>3/2 > : (9.40)
o= €Puc|” | 55 :
m2wne h? ~ \/Iw — E; — (heH/m,c)(N +1/2)
Thus, there are mazima at

Twmax — Eg — (heH/m,c)(N +1/2) =0.

9.6 Problems

9.1. Calculate dipole matrix element for the transitions between the subbands in a rect-
angular quantum well of width W with infinite potential barriers. Assume that light is
polarized perpendicular to the well.

9.2. Make a similar calculation for a parabolic confinement
U(z) = (1/2)mw?2>.

Define w from the request that the typical spread of the ground state wave function is W
and compare the result with the case of rectangular confinement.

9.7 Excitons

In the previous discussion we employed the independent electron approximation. The
effect of other electrons enters only through the occupation probabilities without altering
eigenvalues of the electronic problem. Now we turn to the role of electron-electron (electron-
hole) interaction.

Consider a simple example.

Excitonic states are known since 1931 (Frenkel). Further work — Peierls, Wannier,
Elliot, Knox. In bulk materials the binding energy is very low and such states can be
observed only in pure materials and used for their characterization. In poorer quality
samples these states merge with band-to-band transitions.

In heterostructures, due to spatial confinement, the binding energy increases. The os-
cillator strength is also increased. Thus one observes sharp excitonic transitions. There
energy positions can be tuned by electronics and optics. Implications - high-speed modu-
lation of optical signals, optoelectronic switches, etc. In particular, one can tune exciton
transitions
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Figure 9.13: The band structure of independent electrons (left) and Coulomb electron-hole
interaction which would modify the band picture (right).

e by application of a transverse electric field (quantum confined Stark effect);

e “bleaching” of exciton transition by high electron-hole density.

9.7.1 Excitonic states in semiconductors

There are two types of excitons — Frenkel (small radius) and Wannier-Mott (large radius).
We will discuss the latters because they are relevant to semiconductors. For them we use
the effective mass theory for the envelope function,

(_ h2 VQ h2 ) 62

2m. ¢ 2my h_e\re—rh]

) Vex = Etbex . (9.41)

Then we introduce new co-ordinates

Mere + My,
r = r,.—-r,, R=———
Me + My,
ke k
kK — w, K=k —k, (9.42)
Me + My,

to get

_ _ 9.43
2me + )\ 2mr 21| (9:43)

Here m,. is the reduced mass. The 1st term gives solution

Yem = exp(iKR) .

h*K? { h*k?  e? }

The second leads to the hydrogen atom problem,

{h2k2 ¢ }F(r) — EF(r).

2m,  2Jr|
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Figure 9.14: Schematic picture of an exciton in Bloch representation.

As a result
Unk = €, (1) de(re) du(rh) (9.44)

where ¢., are central cell functions. The eigenvalues are

h2K? myet 1
Ex=FE, +—t0 g - 2
K * 2(me + my,) 2¢2h? n?

(9.45)

Typically, £; =2 — 6 meV.
We need to develop a perturbation theory to find an interaction between light and

excitons. In general,

Ho=Hy+ 13—
e 2 oy 6|I‘Z‘—I'j|'

Because of translational symmetry,
Yex({r; +a}) = e ex({r;})
where a is the lattice vector. Thus the proper basis functions are

(I)cae;vah (946)

where ac) = {k,S} describes momentum and spin state of the electron or hole, see
Fig. P.14. The excitonic state then can be constructed as a linear combination of the
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building blocks (9.46),

¢ex - ZAﬁ ck K/2,5:;0,k+K/2,5), (9.47)

where the set of quantum numbers 3 = {n, [, m} characterizes the energy eigenvalue index
and angular momentum indices, respectively.

Now we employ the generalized effective mass approximation assuming that the exciton
has large scale and the coefficients Ajz(k) are localized in k-space. In this way we come

back to the real space,
=) Ag(k)e™
Kk

which obeys the hydrogen-like equation

62

Bo(—iV,K) — } Fis(r) = Eox Fy(r) . (9.48)

e|r|
Here
Eo(—=iV,K) = E.(k+ K/2) - E,(k —K/2)[,__.v -

Note that € is a quite complicated function which can strongly differ from static dielectric
function at large carrier concentrations.
In the case of simple parabolic bands the solution is simple and coincides with given
above. Namely.
E* = E, — Rex/n*, Rex = m,e*/2R%.

The envelope ground state wave function is

e—T/an’ Qex = (EmO/mr)aB . (949)

Here ap = 0.529 Ais the Bohr radius. The typical value of aex is about 100 A, > than
the lattice constant a.

9.7.2 Excitonic effects in optical properties

The transition rate from the ground state vy to the excitonic state ¥k (according to the
Fermi golden rule) is

2
§(Eex — Eo — hw) .

Assuming that p., is k independent, we arrive at

or [eA\?
w2 (6_) biclapis |57 AW)| 6(Fex — By — hw). (9.50)
k

mc
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From the definition,

> As(k) = F3(0).
k

Finally, for the ground state we have

o1 [eA\’ d(Fex — Ey — hw)

3
TaaxN

In a realistic case, d-function is broadened.

An important note is that we have a selection rule K = 0. This is why the transition
is discrete even though the excitonic states are extended.

As a result, we arrive at the following picture. Inside the gap there are sharp excitonic
lines with intensities proportional to n=2. They become closer and closer as n increases.

One can introduce exciton density of states as
gex = 2(0n/OF) = n*/Rex .

Then it is easy to re-write the absorption coefficient « inside the gap through ar — the
absorption coefficient without excitonic effects,

QWRéé(z

(0% ‘szg = aF(Eg——hu))lm . (952)

Thus « reaches a constant at the band edge. Above the gap one can obtain

mxe™ Rex 1/2
a=a r=—"— )
Fsinh e’ hw — E,

Far enough from the edge the result tends to the one for the absence of the excitonic
effects. A typical experimental plot is shown in Fig. P.T5 Very instructive is luminescence
at low temperatures where electrons an holes freeze out in the excitonic states. Here one
can clearly observe free excitons, as well as various bound excitons.

9.7.3 Excitonic states in quantum wells

To illustrate peculiarities of the quantum wells let us consider first a shallow H-like center
in a well 0 < z < a. We have to solve SE of the type
h2 2
— VU — ¢ V=g (9.53)
PP P

Here we assume that the structure has the same dielectric constant of all the parts. Such
an assumption is good for heterostructures but fails for MOS systems. Also it is assumed
that the effective mass approach is valid.
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Figure 9.15: Measured absorption in GaAs at the temperatures 294, 186, 90, and 21 K. At
room temperature the excitonic transitions merge with band-to-band absorption.

The boundary conditions for infinite potential are

Let us consider a simplified situation when
ag > a. (954)

Then one can neglect the item (z — 2z9)? in Eq. P.53. In this case the variables z and
p = +\/x? + y? are decoupled, and

U =9(p)x(2)-

The solution of the 2D problem (see e. g. [6]) lead to eigenvalues —eo/(i — 1/2)* where
e = me*/2¢2h? is the 3D Rydberg energy. Thus

€0 7TFL2

o S g (9.55)

eni = esN? —

According to inequality (0.54), 9 < &5. That means that each level of size quantization
has impurity satellites. It is important that for all the N # 1 impurity states overlap with
continuous spectrum of lower sub-bands. Consequently, it has a finite life time even in the
absence of collisions.

In the limiting case (0.54) the energy of ground state is 4 times larger than in the 3D
case. Beyond his limit the energy is between ¢y and 4¢q, it depends on the position z5. As
a result, a sort of “impurity band” appears. Another assumption which was used is the
infinite potential. It is valid until

ap>0=—-—-—.
m(W—el)
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In the opposite case the calculations are rather cumbersome, especially when effective
masses within the well and the barrier are different.
Now we can re-formulate the results for the excitons. In this case SE has the form

62

2 2
(— S vi) v U=coU. (9.56)
2me 2mp, ev/(we —xn)? + (e — yn)? + (2 — 2)?

Under the condition (0.54) we can also drop z-dependent part of the denominator. Thus
we are left with 2D problem. It is natural to introduce new variables

MeP, + MpPy,
R=—"——"= =p,— Py -
Mme + my, P=Pe= Pr

Consequently,
U(re,rp) = Un(2ze)Vnr(2n) exp(iKR)®(p) .

As a result, the equation for ® differs from similar equation foe an impurity state by the
replacement
meMmp,
m—m, = ———,
me + my,

and

m,e*

In many materials (Si, A/7/BY) because of the presence of both light and heavy holes there
are 2 type of excitons.
In general, the Hamiltonian for relative motion has the form

o (1o 0 18\ B & &
- 2m, pappﬁp p? O¢? 2me 022 2my, 0z
2
prT— + Vew(ze) + Viw(2n)

where Vj,(z;) are confining potentials. There is no simple analytical solution for this
equation. Moreover, the parabolic approximation is usually bad for hole states in GaAlAs
heterostructures. It is also important to allow for screening. So numerical methods are
usual.

The expressions for the absorption coefficient are similar, however one must use correct
matrix elements. The important quantity is the oscillator strength defined as

9 2

(2m)°mESX

fnm:

/ d?k G (K) appm (K)

Here

pun) =Y [ pULIBUL o) [ d= g1 (k.2 (9.57)
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Figure 9.16: On the Franz-Keldysh effect.

while GG,,,,, are the coefficients of expansion of the exciton wave function in terms of the
basis in k-space,

) = Z/d2k|n,k>\n, —k) G (k).

Then, as usual,

Oscillator strength is substantially increased because of exciton confinement. More exact
theoretical treatment is given e. g. in the book [f].

Quantum confined Stark effect

Consider optical absorption in the presence of an external electric field. The electrical
field pulls apart electron-hole pairs which causes the broadening of the exciton peak and
a shift of the peak to lower energies (Franz-Keldysh effect, Fig. P.16). In heterostructures,
the most interesting is transverse field because it allows to tune exciton transitions. The
presence of the large barriers helps the electron and hole to be together and the transition
takes place up to the fields < 100 kV/cm.

The electric field

1. Changes inter-subband separations;

2. Pushes electrons and holes to opposite directions making the energy sepatations
smaller. Due to the separations of electron and holes in space the exciton binding
energy decreases.

The first effect is usually much more important. Let us make a crude estimate valid at
small electric field. The Hamiltonian can be written as

H="Hy+eFz,
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where F' is the electric field. The first perturbative correction is
AEW = (y]eFzliy) =0

because the ground state is even. The second order correction for the ground state in a
square well is

AE®)

T 2um \ 72 n?
One has to optimize the well width W because in wide wells the absorption goes down,
the optimum being at W ~ 100 A.

T2

1 (15 1) me2F2W+*



Chapter 10

Ac transport and optics in doped
semiconductors

10.1 Impurity states

A typical energy level diagram is shown on Fig. [[0.1 Shallow levels allow a universal

Ec
________ =p)
_______ Ea

Ev

Figure 10.1: band diagram of a semiconductor.

description because the spread of wave function is large and the potential can be treated
as from the point charge,

U(r) = e?/er.

To find impurity states one has to treat Schrodinger equation (SE) including periodic
potential + Coulomb potential of the defect.

Extremum at the center of BZ

Then for small k& we have

h2 k>
E = )
(k) 2m
We look for solution of the SE
(Ho+U)Y = Ev

211
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in the form

Y= Buy(K)pue(r),

/k/
where ¢, (r) are Bloch states. By a usual procedure (multiplication by ¢%, (r) and inte-
gration over r) we get the equation

[E,(k) — )+ > Uik Bu(k) =0
lk/
1 e
U k!  — v /u:kun/klel(k _k)rU(r) dr .

Then, it is natural to assume that B(k) is nonvanishing only near the BZ center, and to
replace central cell functions u by their values at k = 0. These function rapidly oscillate
within the cell while the rest varies slowly. Then within each cell

/ Uy o U0 AT = Oy
cell

because Bloch functions are orthonormal. Thus,
[Eu(k) — E]Bu(k)+ ) U(KK)B,(K) =0

4me?

1 - /
— i(k—bk')r —
U(kk —V/e U(r)dr Vk K[

Finally we get

h2 k2 47re?
R g _ (K
[ 2 } S B

where one can integrate over k in the infinite region (because B, (k) decays rapidly.
Coming back to the real space and introducing

F(r) = % > Bu(k)e™

we come to the SE for a hydrogen atom,

R _, €
e —— | F(r)=FEF(r).
[ 2mv er} (T> (T)
Here
1 e*m
F, = ———— =12...
! 12 2¢2p2’ t ’

F(r) = (ma®)"Y2exp(—r/a), a=h%/me*.
For the total wave function one can easily obtain

Y = tpo(r)F(r).

The results are summarized in the table.
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Material | € m/myg | Eis (th.) | Es (exp.)
(meV) (meV)

GaAs 12.5 |1 0.066 | 5.67 Ge:6.1 Si: 5.8

Se: 5.9 S:6.1

S: 5.9
InP 12.6 | 0.08 6.8 7.28
CdTe 10 0.1 13 13.*

Table 10.1: Characteristics of the impurity centers.

Several equivalent extrema

Let us consider silicon for example. The conduction band minimum is located at k, =
0.85(27/a) in the [100] direction, the constant energy surfaces are ellipsoids of revolution
around [100]. There must be 6 equivalent ellipsoids according to cubic symmetry. For a
given ellipsoid,
E= i k, — kD)2 i K2+ k.
_ng(z z) +2mt($+ y)‘

Here my = 0.916mg, m; = 0.19my. According to the effective mass theory, the energy levels
are N-fold degenerate, where n is the number of equivalent ellipsoids. In real situation,
these levels are split due to short-range corrections to the potential. These corrections
provide inter-extrema matrix elements. The results for an arbitrary ration v = m;/m, can
be obtained only numerically by a variational method (Kohn and Luttinger). The trial
function was chosen in the form

2 2 271/2
F:(Waai)lﬁexp{_ {x ng + 2 } }

a’y aj

and the parameters a; were chosen to minimize the energy at given ~. Excited states are
calculated in a similar way. The energies are listed in table [[0.1].

Material Eis (meV) Eyp, (meV)
Si (theor.) 31.27 11.51

Si(P) 455 33.9 32.6 | 11.45
Si(As) 53.7  32.6 31.2 | 11.49
Si(Sh) 427 329 30.6 | 11.52
Ge(theor/) 9.81 4.74
Ge(P) 129 9.9 4.75
Ge(As) 1417 10.0 475
Ge(Sb) 10.32  10.0 4.7

Table 10.2: Donor ionization energies in Ge and Si.
because of chemical shift

Experimental values are different
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Impurity levels near the point of degeneracy

Degeneracy means that there are t > 1 functions,
I J=1,2.t

which satisfy Schrodinger equation without an impurity. In this case (remember, k = 0),

P = ZF @l (br).

The functions Fj satisfy matrix equation,

t 3
DD Hylbabs + Ur)syy | Fy = EF;. (10.1)
j’=1 La,B=1

If we want to include spin-orbital interaction we have to add

1
4Am§c?

Hso = [cxVV]-p

Here o is the spin operator while V' is periodic potential. In general H-matrix is com-
plicated. Here we use the opportunity to introduce a simplified (the so-called invariant)
method based just upon the symmetry.

For simplicity, let us start with the situation when spin-orbit interaction is very large,
and split-off mode is very far. Then we have 4-fold degenerate system. Mathematically, it
can be represented by a pseudo-spin 3/2 characterized by a pseudo-vector J.

There are only 2 invariants quadratic in p, namely p? and (p - J)?. Thus we have only
two independent parameters, and traditionally the Hamiltonian is written as

1 [p? 5 o
_ - |B ) = .J . 10.2
H mO{Q(%Jer) V(P )} (10.2)
That would be OK for spherical symmetry, while for cubic symmetry one has one more
invariant, y . p7J?. As a result, the Hamiltonian is traditionally expressed as

1 | p? 5
H=— [% (71 + 572) — (D - I)* + (13 — 7 sz Z] : (10.3)

mo

This is the famous Luttinger Hamiltonian. Note that if the lattice has no inversion center
there also linear in p terms.

Now we left with 4 coupled Schrodinger equations ([[0.1). To check the situation, let
us first put U(r) = 0 and look for solution in the form

Fj = Aj(k/k)e™, k=|k|.
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The corresponding matrix lemenets can be obtained by substitution Ak instead of the
operator p into Luttinger Hamiltonian. The Hamiltonian ([0.2) does not depend on the
direction of k. Thus let us direct k along z axis and use representation with diagonal JZ2.
Thus the system is decoupled into 4 independent equation with two different eigenvalues,

2 )
oy ety E R N S F R £

2m 2mg

If
Y1 E2y>0

both energies are positive (here the energy is counted inside the valence band) and called
the light and heavy holes. The effective masses are

myny = mo/ (1 £7).

The calculations for the full Luttinger Hamiltonian ([0.3) require explicit form of J-
matrices. It solutions lead to the anisotropic dispersion law

h2
Eip = — {mk* 4[4k
0,h 2mo {71 [72
1203 — ) (22 + k22 + k22)] 7}

The parameters of Ge and Si are given in the Table [[0.1]

Material 7, Yo Y3 A €
Ge 422 039 144 0.044 114
Si 13.35 4.25 5.69 029 154

Table 10.3: Parameters of the Luttinger Hamiltonian for Ge and Si

The usual way to calculate acceptor states is variational calculation under the spherical
model ([[0.2). In this case the set of 4 differential equations can be reduced to a system of
2 differential equation containing only 1 parameter, 5 = my/my,.

10.2 Localization of electronic states

What happens when the number of doping impurities is large and their wave functions
overlap?

Narrow bands and Mott transition

As a simple example, consider an ordered lattice of impurities, the potential being

V(r):ZU(r—rj).
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Assume that we know the eigenstates ¢,, and eigenvalues, F,,, of a single-impurity problem.
Here we shall use single-band approximation, and therefore ignore Bloch (central-cell)
factors. Also, we assume the impurity bandwidth is less that the spacing between FE,, and
restrict ourselves by the lowest level, Ey. Along the tight-binding method, we cam expand
the wave functions in terms of the above eigenvalues,

¢:Zaj¢(r_rj)’ Z:|%|2 =1,

the energy being

E = Z e ™ [(m).

The only important property of the overlap integrals, I(m) is that it is small (tight-binding
approximation!).
In this way we get energy bands. For example, for a simple cubic lattice

E = 2[(()0) Z COS(kibo)

where here by denotes the lattice constant for impurity lattice. Expanding near k = 0 we
get
E(K) = 61(bo) — (by) k212

the effective mass being m* = h?/2Ib2. As the lattice constant increases, I(bg) o< exp(—3by/a)
where 3 is a number of the order 1.

According to our model, each impurity adds one electron, and each state possesses
2-fold spin degeneracy. Thus the impurity lattice is a metal.

Is this correct? In principle, no, because we neglected electron-electron interaction.
In fact, two electrons at the same site repel each other the energy can be estimated as
Up = €*/a. Tt Uy is comparable with the bandwidth ~ I(by), then one must allow for the
interaction. At large by the band is narrow and this is the case. Let us plot the electron
terms a a function of 1/by The insulator-to-metal transition of this kind is usually called
the Mott transition.

Anderson transition

We come back to single-electron approximation and concentrate on disorder. Suppose that
impurities are still ordered, but depths of the potential wells are random, Fig. ([[0.3) The
effective Hamiltonian has the form

H = Z €ja; a; + Z I(m)a] ajm .
J m,j#0
The energies € are assumed to be uncorrelated and random, the distribution being

1A el < AJ2
P@{o el > A2
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1/bg

Figure 10.2: Dependence of electron bands on impurity sublattice period by. To the left of
point A is an insulator, to the right a metal.

L

Figure 10.3: Potential wells in the Anderson model.

Anderson has formulated the following criterion for localization. Let us place a particle at
the site ¢ and study its decay in time due to quantum smearing of the wave packet. The
state is called extended if [1;(t)]* — 0 at t — oo.

The Anderson model has one dimensionless parameter, W/I, where [ is the overlap
integral for nearest neighbors. In a 3D system there is a critical value, A./I, at which
delocalized states begin to appear in the middle band. In 1D case the states are localized
at any disorder. 2D case is a marginal, the states being also localized at any disorder.

Two-state model

Now let us turn to 3D case and try to discuss Anderson result in a simplified form. Namely,
consider two potential wells. When isolated, they can be characterized by the energies €;
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Lattice Te 4/x. | Al
Diamond 0.43 | 9.3 8.0
Simple cubic | 0.31 | 12.9 | 15

Table 10.4: Percolation thresholds and critical values A./I obtained numerically for dif-
ferent lattices

and €5 and wave functions ¢; and ¢,. At €; = €5 the wave functions are
1
V2

the energy difference being E;— Er; = 21. This solution is reasonably good at |e; —ea| < 1.
In general,

(1 £ @),

Vi =

Y1 = c191 & 02,

and we have a matrix Schrodinger equation,

(Y57 s )

Here the origin for energy is taken at (e; + €2)/2, while A = ¢; — 5. The secular equation

is thus
E? — (A/Q)2 — |I|2 =0 — Ern==xv(A/2)2+]I2.

E — Ep = /A2 + A1, (10.4)

Consequently,

The ratio
&1

I
o A2EJARELDR

Thus at A > [ either ¢; or ¢y is close to 1, and collectivization does not occur.
Now, following Thouless, let us chose a band

§/2<e<6/2, b~1

and call the sites resonant if their energy falls into the band. Then let us look for connected
resonant states which share a site. Non-resonant sites can be disregarded as I < W'.

It is clear that it must be a threshold in the quantity W/I where the transition takes
place. If one assumes that the connected cluster is a 1D chain, then the bandwidth is 41.

In such a model,
A, 4

I

where z. is the percolation threshold for the site problem. This is quite a good estimate,
see the Table [[0.9 Finally, one arrives at the following profile of density-of-states (DOS)
for the Anderson model, Fig. [0.4
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9(E)

Figure 10.4: Density of states in the Anderson model. Localized states are shaded. Mobility
edges are denoted as FE..

10.3 Impurity band for lightly doped semiconductors.

The material is called lightly doped if there is only a small overlap between electronic states
belonging to different impurities, Na® < 1. Here N is the impurity concentration while a
is the localization length. In lightly doped materials conductivity vanished ezponentially
as T'— 0.

Let us start with a material with only one type of impurities, say n-type. At T = 0 each
of donors must have an electron, the missing electron represents an elementary excitation.
An excitation can be localized at any donor, the energies being slightly different. The
reasons are

e [f one removes an electron, the remaining positive charges polarize the neutral donor
located in vicinity. That contributes to donor ionization energy, the contribution
being dependent on the configuration of neutral neighbors.

e There is a quantum overlap between the donors being excited.

The first mechanism is usually more important for realistic semiconductors having com-
pensating impurities.

Now let us assume that there are also acceptors which at capture electrons from the
donors and are fully occupied 7' = 0. Thus we have neutral donors, negatively charged
acceptors and an equal number of positively charged donors. Theses randomly distributed
charges create a fluctuating random potential which localizes the electronic states.

Let us count the energy ¢; of +-th donor from the energy of an isolated donor, —FE,. We
have

The occupation numbers have to be determined to minimize the free energy (at T'= 0 —
electrostatic energy).

A typical dependence of the Fermi level p on the degree of compensation, K = N4/Np,
is shown in Fig. [[0.5 Below we discuss limiting cases of small and large K.
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Figure 10.5: Position of the Fermi level y as a function of the degree of compensation, K.

Low degree of compensation

At K < 1 most of donors keep their electrons, and only a small number is empty and
charged positive. Each acceptor carries a negative charge, the concentration of charged
donors is equal to Ny4.

A positive charged hole will be located as close as possible to a negative acceptor.
Thus, it occupies the donor the most closed to an acceptor. In a first approximation, each
acceptor can be regarded as immersed in an infinite sea of donors. Transporting a hole
from a donor situated near a charged acceptor to infinity requires work of order e?/krp,
where rp is the average distance between the donors.

To get a quantitative theory one has to add more input. Namely, there are some
acceptor without holes, and some acceptors having 2 holes. Indeed, some acceptors do not
have a close donors (Poisson distribution), so they bind holes very weakly. So holes prefer
to find another acceptor with more close donors even at the expense to become a second
hole. To illustrate the situation let us consider a configuration shown in Fig. [0.6,a. The
work necessary to remove a hole equals to

e?/kr — % /2kr = €*/2k,

it becomes large at small r.

It is curious that an acceptor cannot bind more than 2 holes. Consider a configuration
shown in Fig. ,b. The energy of attraction to the acceptor equals v/3e? /Kl while
the repulsion energy from two other holes is 2¢?/kl. We end at the following situation.
There are 3 configurations — 0-complexes (negative) where there is no ionized donor near a
particular acceptor, 1-complexes (neutral), and 2-complexes (positive). So the neutrality
condition which fixes the Fermi level is actually

No(p) = Na(p) .
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©
OO+ —®

Figure 10.6: Donor-acceptor configurations.

For 0-complex, there must be no donors within the sphere of radius r, = €*/ku from a
fixed acceptor, the probability being exp(—4n N, DTZ /3). Thus,
4r SN D)

No(p) = Naexp (—3 PERE

It is much more difficult to find number of 2-complexes. Let us estimate it from abowve,
N3 (1), as a concentration of pairs of donors whose additional energies €; and €; exceed
when both donors are ionized. This estimate is larger because

e it could be another close donor which initiates a 1-complex,

e it can be more than one pair of donors near a given acceptor.

Let us put the origin of coordinates at acceptor site and suppose that a donor is located
at r1. The average number of donors in the element drs is equal to Npdr,. Thus, the
number of pairs with r9 > rq is

Ny / dry Oley (11, 12) — ulOlealrr, ra) — 4.
ro>T1

e? [ 1 1 ]
€12 = — - .
D ST I S 1

To get the total concentration of pairs one has to multiply it by Np and integrate over ry,
and finally multiply by N4. As a result,

N3 () = NAN%/drl/ dry Ofey(r1,12) — p]O[ea(ry,ra) — 1] -
rO>"T1

This estimate is very close to exact result. Integration yields

Ny () = 7.14 - 107" N (47 Npr) /3)? .

Here

Using this estimate and solving the neutrality equation one obtains
p=06lep, ep=e*/rrp=(2/r)(4rNp/3)/3.

Now let us discuss the shape of the peak. The majority of donors are far from few
acceptors, so there must be a sharp peak at —FEj. The tails of g(€) above the Fermi level
falls with the characteristic energy ep. Consequently, near the Fermi level

g(€) < Ny/ep .
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Long-range potential

Above we did not take into account electrostatic interaction between the complexes. It is
small indeed because Ny < Np. However, the interaction leads to an additional dispersion
of the peak.

An average fluctuations of charge produce an average potential of order 62N3/ 3 /K.
We shall show that long-range fluctuations are much more important. Let us introduce
fluctuations of the complex concentrations for 0- and 2-complexes,

§i(r) = Ni(r) — (Ni(r)).

We consider the fluctuations as uncorrelated,

(o(r)éo(r')) = (La(r)&a(r’)) = Nod(r — '),
(o(r)&a(r)) = 0.

Consequently, the charge fluctuations are
(p(r)p(r')) = 26* Ny o(x — 1) (10.5)

Let us now consider a sphere of radius R where there is ~ NyR? complexes. The
typical charge in the sphere is e?(NyR?)!/2, the resultant potential being e?(NyR?)Y/2/R.
It diverges as R — oo, and one has to allow for screening. We will check later that the
screening potential varies little over a distance between the complexes. Therefore, one can
employ the self-consistent field approximation.

As a result, we and at the Poisson equation

A7 dre
A¢ = ——p(r) = —— [Na(u + e9) — No(p + e9)] .
Here p(r) is a Gaussian random function whose correlator is given by ([[0.5). This approach
is consistent at

e (r)] < p
when only small number of complexes are responsible for screening. At the same time, the

majority of complexes contribute to charge fluctuations and are uncorrelated. In such a
way we obtain the equation

47
A=, 2
K U
where the screening length r( is given by the expression
1 4dme d
2T Tk do [Na(p + ed) — No(p + ey -

Substituting the expressions for the complex concentrations we obtain

ro = 0.58N,*NY® = 058N, P K12
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In a standard way, one can determine the distribution function near the Fermi level. It is
Gaussian,

F(eg) = exp[—(ed)? /7%, v =2e*(o(r))* = 0.26ep K4,

1
YV Di

All the above results are applicable only at very small K. Indeed, to get a Gaussian
fluctuations one has to assume 79 > N, 3 or

4 Norg /3> 1.

The condition can be rewritten as K~1/2 < 0.05.

High degrees of compensation

Now we turn to the case
1-K«1.

In this case, the concentration of occupied donors,
n=Np—Ny << Np.

Thus all the electrons are able to find proper donors whose potential is lowered by the
potential of charges neighborhood. Thus the Fermi level is situated well below —Ejy, see

Fig. [0

- 9(E)

Figure 10.7: Energy diagram of highly compensated semiconductor. Solid line shows the
conduction band edge, occupied states are shaded.

To understand the structure of the DOS tail consider a certain donor having at small
(r < Np'?) another positively charged donor. Its influence at © > a is just e = —e?/xr.
It is assumed that the second donor is empty, the binding energy being ~ Ejy. Thus a pair
can contain only 1 electron.
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To find g(e€) let us calculate the concentration of pairs having the energy in the interval
(¢,€+ de). The probability to find another donor is 4w Npr?(dr/de) de, where r(e) = €*/ke.
One has to multiply this quantity by Np and divide by 2 (pairs!) to get

3é
g(E) = ie_fND .

Now the Fermi level (at 7' = 0) is easily found from the conservation law

/_:g(ﬁ)dezn-

K= ToB(1— KB

This is purely classical result. It is valid only at r, > a.

As a result, we get

Long-range fluctuations

At 1 — K < 1 it is a large and important effect because screening is weak. To obtain an
estimates we can repeat the discussion for K < 1 and replace the donor concentration
by the total concentration, N;, of donors and acceptors. In this way we get for a typical
potential energy of an electron,
e? 3\1/2
R) = — (VR .
1R) = (N
It also diverges at large R.
How the screening takes place. The excess fluctuating density is

AN = (N,R)Y?/R3.

They can be neutralized at AN = n leading to the expression for the screening length,

. Ntrg’)l/z o 22/3Nt_1/3
r3 (1=K
The random potential amplitude is
62N2/3
1(rs) = linlt/3 '

It increases with decreasing n.
Here we disregarded the states with several extra electrons which are important very
deep in the gap.
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10.4 AC conductance due to localized states

As we have seen, at low temperatures dc conductance vanishes in the insulating phase, the
electronic states being localized. However, ac conductance remains finite. The reason is
that an electron (or hole) can hop between the adjacent localized states giving rise to a
finite energy dissipation.

Deeply in the insulating phase the most probable is to find only pairs of localized states
which are separated by the distances much less than the average. To analyze the physics
of dissipation, let us consider such a pair. We used such a concept to discuss Anderson
localization.

Consider a close pair of localized states. As we have seen, the quantum states of an
electron sharing the pair can be expressed through one-center wave functions as

s = 101 £ 202,

which must satisfy matrix Schrodinger equation,

(Y577 s ) (05) =0

Here the origin for energy is taken at (e; + €;)/2, while A = €; — €5. The secular equation
is thus

E?>— (AJ2?—|IP =0 — By =4+/(A/2)2+|I2.

Consequently,
E.—E_ = W=\/A24+4]I]?, (10.6)
C1 2[(1‘)
— = . 10.7
Co A+W ( )

Thus at A > [ either ¢; or ¢y is close to 1, and collectivization does not occur.
To find the dissipation one has to calculate the contribution of a single pair, and then
sum the contributions of different pairs.

Dissipation by an isolated pair

One can discriminate between two absorption mechanisms. The first one is resonant ab-
sorption due to direct absorption of photons accompanied by transition between the states
" and 1¥~. The second mechanism is due to phonon-assistant transitions — an external
field modulates the occupation numbers of close pairs. The modulation lags in phase com-
paring to the filed due to relaxation. As a result, a finite dissipation appears. Below we
consider both mechanisms.
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Resonant contribution

The resonant absorption is due to transition of an electron from the state with the energy
E~ to the state E". The energy absorbed by a pair per unit time due to an electric field

E =& coswt = %Eo[exp(iwt) + exp(—iwt)] (10.8)

can be written as (Fermi golden rule!):

21 hw

1=37 le€o(—Ir|+)|* 6 (hw — W) (n_ —ny) (10.9)

Occupation numbers

The occupation numbers n4 are determined from the following considerations. Let us write
down a two-site Hamiltonian

2
e
Hio = einy + eang + e + I(r)(afas +agay). (10.10)

Here n; are the occupation numbers, while ¢; include Coulomb interaction with other
neighbors.
The Hamiltonian ([[0.1() describes 4 states of the pair:

1. The pair has no electrons. The energy Ey = 0.

2. The pair has 1 electron. There are two states with energies

61—0—62:&%

Ef =
2 2

3. The pair has 2 electrons. There is one state with the energy

62
E2:€1—|—62—|——.
RT

Consequently, the probability to find a pair with 1 electron, the lower level to be occupied

1S
1 By —p
_ = —e —
" 7 &P KT )

By — Ef — Ey —2
Z = 1+exp<— 1k:TM>+eXp<_ 1]{:T 'u)—kexp(— 2kT /i).

The occupation number n, = n_exp(—W/kT), and we obtain finally,

_ 2 e (e )P 6 (i — B e (e
0= el 8 o~ Whesp (<) e (<) | 0
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Relaxational contribution

To analyze this contribution one has to consider the balance equation, say for n(t),

ony  ny —ng(t)

5% - : (10.12)
Here
no(t) = exp[W(t)l/kT] 1 W(t) = /[A+eE(t) -2+ 4I(r)?, (10.13)
while 7 is the population relaxation time. Substituting
ny(t) =no(t) +n1(t), ni(t) o< [e™" + h.c]
one easily obtains the relevant contribution to the absorbed energy as
w [Fe
¢= 5 i dt W (t)ny(t).
We get , ) ,
1= @ (%) . @%ﬁm T coshl(W/QkT) | (10.14)

The last factor is just —(9ng/0W).

To calculate the dissipation one has to specify the relaxation time, which depends in
general on W and r. To do that let us specify the Hamiltonian to describe coupling
between localized electrons and phonons. To construct the Hamiltonian, let us start with
the unperturbed one,

Ho = % ( 2[A(r> 2£(Ar) > = %03 + I(r)o; . (10.15)

Here we introduce Pauli matrices,

(01 (0 —i (10
=\ 10) 27\ 0o ) 70 -1 )"

Under influence of the phonon-induced strain the energy of each (j) component of the pair
acquires the term proportional to the strain tensor,

1 (8%-(1«]-) . auk(rj)) _

Thus,
~ 1
Hine = 3 Z [Agi)uik(h) — Aﬁ,f)uik(rz)} 03, (10.16)

ik
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where A%) are the component of the deformational potential tensor for each component.
Now we can make the transformation to a new basis which makes the Hamiltonian H,
diagonal. Technically, it is convenient to rewrite ([0.16) in the form

W [ cosy siny A
HO__<SinX — cos X s COSX:W.

Then one can represent the old basis through the new one as

o1\ o Vs ~ [ cosxy —siny \ 3 o
(¢2 =T R T = siny  cosy = 1lcosy —i0o9siny.

Having in mind the algebra for Pauli matrices,
01-2 =1, 0903 =101, 0301 = 109, 0109 = 103
we obtain the interaction Hamiltonian in a new basis,
U | A 21
Hiw =T HinT = 5 ) [Agyuik(rl) - Ag,?uik(rz)] (Wag - m(/r )01) . (10.17)

ik

We are interested in the item proportional to ¢; which is responsible for phonon-assisted
transitions between the levels. Using Fermi golden rule to calculate the relaxation rate, we
get

L 1 2I(r)\”
TW,r)  Tain(W) ( W ) - (10.18)

Here we have extracted the coordinate-dependent factor (21(r)/W)* = 2Iyexp(—2r/a).
The quantity 7,;, has a transparent physical meaning of the minimal relaxation time for
a pair with given interlevel spacing W. It is dependent on several characteristics of the
electron-phonon interaction which we do not discuss now.

Summation over the relevant pairs.

Now we can proceed adding the contributions of different pairs that appears rather tricky.
What we need is to find the so-called pair distribution function which is the probability to
find a pair with bare energy spacing W and spatial distance r.

Resonant contribution
For simplicity, let us assume low temperatures, T' < hw/k. Then n_ —n* &~ 1 at
Er —pu<0, B —p<kBy—2u.

It means that one can introduce the variables A = ¢; — €3 and E| = (e; + e — W)/2
instead of €; and €. One can show that P ~ 1 at

2

—e——W<E1‘—,u<0,
RT
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[igo =y (w4 2.

One can explain qualitatively this factor as follows from Fig. [0.8. When the center of

and

( M

S l_l_
el
Kr
+
El 1
N $W
B

Figure 10.8: Energy scheme of absorption by a pair with the length r with allowance of
Coulomb interaction.

gravity (e; + €2)/2 falls into the region of the width ~ e*/kr below the Fermi level the pair
remains singly ionized and contains only 1 electron.
The full scheme of calculations can be described as follows. We define

o) =22 = o [ar [dagler) [ daseaaean. 0w

For the simplest (Anderson) model

g(€) = goO(A/2 — |e]).

Another important simplification arises from exponential decay of the overlap integral,
I(r) o exp(—r/a). As a result, the coupling matrix element in the case of resonant
contribution (as well as relaxation time in the case of the relaxational contribution) depend
on r much stronger that other quantities. As a result, one can replace r apart from
exponential functions by a proper characteristic length 7. (which is different for the resonant
and the relaxational contributions).

Now we are ready to specify the results for low temperatures.. Substituting expression



230 CHAPTER 10. DOPED SEMICONDUCTORS

(L0.20) for the contribution of a single pair we get (at 7" = 0)

7= %/“ (hw+ /i_j“) [(m?zfj;2cf:)]l/2

272 e?
= ?e goawr (hw—{— R) (1020)
where
ry, = aln(2ly/hw) . (10.21)

The case of finite temperatures is more complicated. At the region
hw < kKT < €2 /kr,,

the width of integration over E; remains essentially the same. However the occupation
numbers of the states Ei become very close, and

(n_ —n") ~ tanh(hw/2kT) .
This estimate is valid within all the region
hw, kT < €*/kr, .
The case of very large temperatures can be considered in a similar way. At
kT > e*/kr,, hw
both states Ef fall into the layer < kT around the Fermi level, the difference (n_ — n')

being
1

4cosh®[(Ey — p)/2kT) "

(n_—n')~

Thus. 5
o(w) = gﬂ' etagihw?r? .

Relaxational contribution

Let us start with expression ([[0.14) which assumes that there are only the pairs with one
electron. Introducing the distribution function F(W,r) of the energy and spatial spacings
(W and r) one obtains

FW,r)dW T
10.22
ol 3/fT / / Cosh2 (W/2KT) 1 + w?r?" ( )

We will see later that F'(W,r) is a smooth function of r comparing to

T(W,r) < exp(2r/a) .



10.4. AC CONDUCTANCE DUE TO LOCALIZED STATES 231

Thus let us define
T = 1pexp(2r/a)

where 7 is a smooth function of W and (in general) r. The properties of the ratio

wr  wryexp(2r/a)

G — _
1+w?r? 1+ w?rgexp(dr/a)

depend strongly on the product wry. At

wro=>1, r>a

one has )
~— —2 .
G o exp(—2r/a)
As a result,
e‘r [, < F(W,r)dW 1
_ “2r/a g / : , 10.23
ow) 3kT J, he : o cosh®(W/2kT) o(W,r) ( )

Thus, o appears w-independent, the temperature dependence being determined by the
properties of the functions F'(W,r) and 7o(W,r). It is important that for the relevant pairs
W ~ KT, r=rr~ (a/2)In(21,/kT).
At
wTy K 1

the ratio G has a sharp maximum at
r=re = (a/2)In(l/wm)

and we can express G as

In this way we obtain

2 00
A ard / FOWore) AW (10.24)
0

o(W) = 3w cosh®(W/2kT)

Let us discuss a bit the distribution function F' which is just the probability to find a single-
electron pair with the energy distance W, spatial distance r. In the absence of Coulomb
interaction,

F(W,r) = /d€1 dey g(e1)g(ez) 0 (W - \/(61 — €)% + 4[2(7’)>
X {[fo(ED)1 = fo(EN)] + fo(EN) (1 — fo(ED)]} -
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Here fy is the Fermi function. The integration is very simple for the Anderson model
(9 = go = const). In that case

(W2 = 4P(r)] 2

F(W,r) = g; tanh(W/2kT)

~ gokT .

Coulomb interaction changes the situation, and one has to calculate the number of pairs
taking into account electron repulsion at the same center. At low enough at kT < €2 /KT e
that leads to the result similar to the one discussed above,

F(W,r) = g2 W2 - f;(r)]m (W + E—j) .

Thus at kT < e%/kr., the absorption is essentially temperature-independent at w7y < 1.

10.5 Interband light absorption

A typical experimental picture of frequency-dependent light absorption in heavily doped
degenerate GaAs is shown in Fig. [[0.9 The main features are:

i

| i |].HI..I.| T P TadT

T™T7 TT3IT]

E

Lt iR rr1-a|

i

LRI |

L4 (58 P15 154
B feiy

Figure 10.9: The absorption coefficient as a function of the energy of light quanta at 77 K
in n-GaAs. n-10717, em™3: 1 -0.02,2 22,3 -5.3,4 12,5 16.2, 6 — 31.5, 6 — 65.
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e rapid decrease of absorption (4 orders of magnitude) inside the forbidden gap (1.51
eV at 77 K).

e Shift towards short waves with increasing concentration (Moss-Burstein shift).

The last feature is due to Pauli principle which requires that the transitions should take
place only into empty states (above the Fermi level). For indirect transitions the shift
is equal to p while for direct ones it is p(1 + m./ms), see Fig. [0.10. This picture is

Figure 10.10: Scheme of typical interband absorption processes.

relevant to very low temperatures. At finite temperatures there is an absorption below the
threshold because one can find a hole in the conduction band with the energy u — e with
the probability exp(—e/kT'). Thus,

a < exp[—(p + Eghw)/ET] .

Another important source which we are going to discuss are transitions from fluctuation
levels above the top of valence gap, Fig. [[0.11] We see that the absorption is proportional to
the probability to find a level with the energy €, = I, + 1 — hw which decays exponentially
with €,. This probability must be multiplied by the transition probability which is not
exponentially small in many important cases.

Thus, the frequency dependence of absorption in degenerate doped semiconductors
reproduces the DOS profile for minority carriers.

The situation is somewhat different in the case of non-degenerate materials where the
Fermi level is situated deep in the forbidden gap. The situation is realized at high temper-
atures or degrees of compensation, as well as in indirect materials.

Assume that there are impurities of both signs, N; = Np 4+ N4. The impurity potential
is regarded as Coulombic at short distances r < ry and screened at large distances. Let
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N

O
@)

Figure 10.11: Scheme of interband transitions in a degenerate semiconductor at 7' = 0.
ro be large enough to consider the potential as classical; we also neglect the correlation in
defect positions. Mathematically, that can be expressed as

o e?
5 <Ly, = — (N
7IL6T3 mhrg K K /17”0< tO)

One can show that in such a case the DOS tail can be represented as

g(e) = g(0) exp(—€*/77) .

In such an important case the absorption behavior does not represent the behavior of DOS,
see Fig. Suppose we are studying the transition which results in the formation of an

Figure 10.12: Absorption of a quantum of deficit A in a non-degenerate semiconductor.

electron of energy e.and a hole of energy ¢y,

A =¢, — €,
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(here the energies are calculated from the non-perturbed band edges). We observe that the
electron and hole are spatially separated. Thus the matrix element involves overlap integral
which has almost nothing to do with DOS. What we meet here, is the Franz-Keldysh effect
in a random field.

To derive the result we use the conventional optimum fluctuation method. Here we
demonstrate a simplified version of the method.

Consider a volume with linear dimension R. Charge fluctuations in the volume create
a uniform electric field E, determined by the condition

eER=A.
The excess number Z of charge defects to create the field F = Ze?/kR? must be
ErR? RA
7=t (10.25)
e e

The contribution of such a fluctuation to the absorption coefficient is proportional to
1. the probability to find Z excess charges in the given volume,
exp(—Z%/N,R?)',
2. the probability for an electron to tunnel the distance R to meet the hole,

@ N

(we assume my, > ma).
Substituting Z from Eq. ([[0.25) we obtain the probability to be proportional to

B K2A? B Rvm.A
P\ TNk n ‘

Maximizing the exponent, we obtain

B 1/2
R=a(2) L1
E, (N,a3)1/?
——= =exp

a(0) 7 (Eé())/ Wl

where (3 is the number of the order 1. The derivation is valid at

RST().

Consequently,
a(A)

In the opposite case, the probability to find the proper fluctuation decreases, and the
optimal cluster has the size ry. In that situation one has to substitute rqy instead of R to

obtain o(A) A2
()
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Chapter 11

Preliminary Concepts

11.1 Two-Dimensional Electron Gas

An important system where quantum effects were observed is two-dimensional electron gas
(2DEG). There are two basic systems where 2DEG has been studied. One of them is Si
MOSFETSs (metal-oxide-semiconductor field-effect transistors). A very good review of such
systems is given in Ref. [[7]. A typical device is shown in Fig. [1.1. A (100)Si surface serves

2DEG

i -Si
SO, p

Metal

Figure 11.1: Band diagram showing conductance band E¢, valence band Ey and quasi-
Fermi level Er. A 2DEG is formed at the interface between the oxide (SiOy) and p-type
silicon substrate as a consequence of the gate voltage V.

as a substrate while SiO, layer behaves as an insulator. 2DEG is induced electrostatically
by application a positive voltage V. The sheet density of 2DEG can be described as

€
s = —((V, =V
n edox ( g t)
where V; is the threshold voltage for the barrier’s creation
Another important systems with 2DEG involve modulation-doped GaAs-AlGaAs het-
erostructures. The bandgap in AlGaAs is wider than in GaAs. By variation of doping
it is possible to move the Fermi level inside the forbidden gap. When the materials are

239
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put together, a unified level of chemical potential is established, and an inversion layer is
formed at the interface.

n-AlGaAs i-GaAs

Figure 11.2: Band structure of the interface between n-AlGa As and intrinsic GaAs, (a)
before and (b) after the charge transfer.

The 2DEG created by a modulation doping can be squeezed into narrow channels by
selective depletion in spatially separated regions. The simplest lateral confinement tech-
nique is to create split metallic gates in a way shown in Fig. [[T.3 A typical nanostructure

is shown in Fig. [T.4.

11.2 Basic Properties of Low-Dimensional Systems

Wave Functions

Let us direct z-axis perpendicular to the plane of 2DEG. The wave function can be decou-
pled as

W(r, 2) = x(2) (r)

where r is the vector in plane of 2DEG. Throughout our considerations we will assume that
all the distances are much larger than interatomic distance and thus we will use the effective
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Gate Gate
© ©
AlGaAs +
e
GaAs Channel

Figure 11.3: On the formation of a narrow channel by a split gate.

Figure 11.4: Scanning electron microphotographs of nanostructures in GaAs-AlGaAs het-
erostructures. Taken from M. L. Roukes et al., Phys. Rev. Lett. 59, 3011 (1987).

mass approximation. A good approximation for the confining potential is a triangular one,

oo at z<0;
U<Z>_{Fz at 2>0.

Then one can write the Schrodinger equation for the wave function x(z) as

Py 2m
@"‘ﬁ(E—FZ)X—O. (11.1)

Instead z we introduce a dimensionless variable

EN [2mF\'?
(-7 (%)

2mE -1/3
v (%)

plays the role of characteristic localization length in z direction. Then Eq. ([[1.1]) acquires
the form

The quantity

X' —(x=0
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which should be solved with the boundary conditions of finiteness at infinity and zero at
z = 0. Such a solution has the form

x(¢) = AAI(Q).
Here Ai(() is the Airy function defined as

Ai(¢) = % /000 cos(u®/3 4+ uC) du .

For large positive ( it decays exponentially,

: I 3/2
Ai(¢) =~ —2C1/46 2/3)¢>=

while for large negative zeta is is oscillatory,
. 1 . (2 545 7
Ai(¢) =~ m—1/481n <§|C\ /2 4 Z) :
The energy spectrum F is defined by the roots ¢, of the equation
Ai(()=0, — E,=—-F,.

R2E2 V3
Fy— ( ) |
2m
We have (; ~ —2.337, (5 ~ —4.088. The normalization constants A, for each level are

defined as

Here

A = / dz [xa(2)P.

0

Normalized electron densities A,|x,(z)|? are shown in Fig. [1.§. Each level creates a
subband for the in-plane motion, the energy being

h2k?
E.x=FE,+Ek)=E,+—.
' 2m

Note that the effective mass m is considerably smaller than the mass of a free electron.

Density of States

The density of states g(e) is defined as number of states per the energy interval €, € + de.
It is clear that
gle) = 53— ea)
-

where « is the set of quantum numbers characterizing the states. In the present case it
includes the subband quantum number n, spin quantum number o, valley quantum number
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Figure 11.5: Normalized electron densities A, |xn(2/¢r)|* for the first (1) and second (2)
subbands in a triangle potential with the slope F', {p = (hQ/QmF)l/?’.

v (for n-type materials), and in-plane quasimomentum k. If the spectrum is degenerate
with respect to spin and valleys one can define the spin degeneracy v, and valley degeneracy

v, to get
_VSVQ) Z/ddkde_ nk)

Here we calculate the number on states per unit volume, d being the dimension of the
space. For 2D case we obtain easily

91) = gy 2Ol

Within a given subband it appears energy-independent. Since there can exist several
subbands in the confining potential (see Fig. [[1.6, inset), the total density of states can be
represented as a set of steps, as shown in Fig. [1.6. At low temperature (k7 < Ep) all
the states are filled up to the Fermi level. Because of energy-independent density of states
the sheet electron density is linear in the Fermi energy,

VUymE R
ny = N ——— + const
® 2mh?
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Density of states

B B E- E3 Energy

Figure 11.6: Density of states for a quasi-2D system.

while the Fermi momentum in each subband can be determined as
1

Here N is the number of transverse modes having the edges E, below the Fermi energy.
The situation is more complicated if the gas is confined into a narrow channel, say, along
y-axis. In a similar way, the in-plane wave function can be decoupled as a product

Y(r) =nly) ™
where N is a proper normalization factor, the energy being
h2k?

" 2m

Here E,s = E, + E, characterizes the energy level in the potential confined in both (z and
y) directions. For square-box confinement the terms are

_ (smh)?
Somve’
where TV is the channel width, while for the parabolic confinement U(y) = (1/2)mwiy?
(typical for split-gate structures)

B, = (s — 1/2)hw,.

It is conventional to introduce partial densities of states for the states with k, > 0 and
k, <0, g%, respectively. We have,

-1
v Vsl [(dE (k) Vsl m 1
g5 () = - ( ik = ik Ve B (11.2)

The total density of states is

0=
23/21h € — Fps
The energy dependence of the density of states for the case of parabolic confinement is

shown in Fig. [T.7.

(11.3)

9
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5__

0 1 5 ;

Figure 11.7: Density of states for a quasi-1D system (solid line) and the number of states
(dashed lines).

Motion in a perpendicular magnetic field

2DEG in a perpendicular magnetic field gives an example of O-dimensional electronic sys-
tem. Indeed, according to the classical theory the Hamilton’s function of a charged particle
in an external electromagnetic field is

where ¢ is the scalar and A is the vector potential of the field, and p is the generalized
momentum of the particle. According to the rules of quantum mechanics, one should
replace the canonical momentum p by the operator

p— p=—ihV

and add also an extra spin term —pH where p = pgs/s. Here up = e/2mc is the Bohr
magneton while s is the spin operator. Generally, interaction with periodic potential of the
crystalline lattice leads to renormalization of the spin splitting g — p~gspup where gy is
called the spectroscopic spin splitting factor.

Finally we get,

H = i(p—gA)Q—MHHgb




246 CHAPTER 11. PRELIMINARY CONCEPTS

Since

p-A—A-p=—ihdivA,

those operator commute if divA = 0. It holds in a uniform field with
1
A=-Hxr.
2

The wave function in a magnetic field is not uniquely defined: it is defined only within the
gauge transform

A=ALVS, o—o--,
c ot
where f is an arbitrary function of coordinates and time. Under such a transform only the
phase of wave function is changed by the quantity ef/hc that does not affect the observable
quantities.

In classical mechanics, the generalized momentum of the particle is related to its velocity
by the Hamilton equations,

mv =p—eA/c.

According to the quantum mechanics we arrive at a similar expression. However different
components of velocity do not commute, the commutation rules being

{,,0,} = i(eh/m*c)H,,

{0,,0.} = i(eh/m*c)H,,

{0,,0,} = i(eh/m*c)H, .
That means that the particle cannot simultaneously have definite velocities in all three
directions.

Let us determine the energy levels in a 3-dimensional system embedded into a uniform
magnetic film with a vector potential

Ay=—-Hy, A,=A. =0,

The Hamiltonian then becomes

1 /. eHy\?> P2 H? .
H:—(prr Cy) SRERN a8

2m 2m  2m S

First, the operator §, commutes with the Hamiltonian. Thus z-component of spin is
conserved and can be replaced by its eigenvalue . Thus one can analyze the Schrodinger
equation for an ordinary coordinate function,

1 . eH \° A3 D I
o Pet—y ) +p, +D0.| Y ——cHY=Ep.
m C S

It is naturally to search for solution in the form

= ei(pzr+pZZ)/h¢(y) )
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The eigenvalues p, and p, take all values from —oo to co. Since A, = 0 we get
b, = mMmuv,.

Thus the motion along magnetic field in 3D system is not quantized. For a motion in the
xy-plane we have the following Schrodinger equation,

2m o p? 1
¢”+§ KEJF%H— 2m> —§mwf(y—y0)2 ¢=0. (11.4)
Here
Yo = —cpyJeH = —aXky, ag = (ch/eH)Y?, w.=|e|H/mec. (11.5)

Since this equation is the same as the Schrodinger equation for a harmonic oscillator, we
obtain

E=n+1/2hw.— (uo/s)H +p2/2m, n=0,1,... (11.6)
The first term gives discrete levels which corresponds to the finite motion in the xy-plane,
they are called Landau levels. For an electron, p/s = —|e|h/me, and the energy spectrum
reads as
E=(n+is thrpg (11.7)
=|\ntgto et o, :
The eigenfunctions ¢, (y) are
1 (v — 40)* Y—Y%
(y) = -~ = ' H, : 11.8
P (0) ml/4a)l?y/2m) P [ 2af ag (1L8)

Here H,, is the Hermite polynomial.

In classical mechanics the motion in a magnetic field in xy-plane takes place in a circle
about a fixed center. Here the conserved quantity 1, corresponds to y coordinate of the
center of the circle. It is easy to see that the combination

xo = cpy/eH + x

is also conserved, it commutes with the Hamiltonian. The quantity x( corresponds to a clas-
sical x coordinate of the circle center. However, the operators 7y and zo do not commute.
That means that the coordinates zy and 1, cannot take definite values simultaneously. [

One can ask: why the coordinates x and y are not equivalent? The reason is that
the wave functions ([[I.§) correspond to the energy independent of k,. Consequently, any
function of the type

> Cka) VN g b
kz

I In a classical mechanics, the radius of the circle is . = cmuw, JeH = v;/w.. Here v, is the tangential
component of the velocity. Thus we have,

y=1yo+71c(va/ve), x=1x0—rc(Vy/V8).
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corresponds to the same energy and one can chose convenient linear combinations to get
correct asymptotic behavior.

To calculate the density of states in a magnetic field first we should count the number
of the values k, corresponding to the energy ¢, (the so-called degeneracy factor). As usual,
we apply cyclic boundary conditions along y and z -axes and get

2 2

kx = L—I’I’Ly, ]Cz = L—an

At the same time, we assume that the solution exists only in the region

0<yo < Ly.
So, the degeneracy factor is
L, a L, a L,L,
— |k | = o= . 11.9
27r| | 2ra?; Yo 2ra?; (11.9)

This is very important relation which shows that one can imagine Landau states as cells
with the area a?. We will come back to this property later.

Now it is easy to calculate number of states in a 3D system treating the k. variable as
for the usual 1D motion

2k.|L.  2v2mL,

o = o h Ve — hwe(N +1/2)

for each state with a given N. Finally, the total number of states per volume for a given

spin is

where one has to sum over all the values of NV with non—negative e—hw.(N+1/2). The total
number of sates is Z(¢) = 2Z4(e). To get DOS one should to differentiate this equation
with respect to €. The result is

dZ(e) N+ 1/2)]
de (2m) Qha Z \/5 — hw (N +1/2)

gs(e) =

Here
1 for = >0;

O(x)=<¢ 1/2 for z=0;
0 for <0

is the Heaviside step function. To take the spin into account one should add the spin
splitting £upgrH to the energy levels. If we ignore the spin splitting we can assume
spin degeneracy and multiply all the formulas by the factor 2. We take it into account
automatically using g(e) = 2¢;(e).
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Energy

Figure 11.8: Landau levels as functions of p, (left panel) and of H (right panel). The Fermi
level is assumed to be fixed by external conditions.

The behavior of the density of states could be interpreted qualitatively in the following
way. The Landau levels as functions of magnetic field for a given value of p, are shown in
Fig. [T.8. As a function of magnetic field, they form the so-called Landau fan. The Fermi
level is also shown. At low magnetic fields its dependence on magnetic field is very weak.
We see that if magnetic field is small many levels are filled. Let us start with some value
of magnetic field and follow the upper filled level N. As the field increases, the slopes of
the “fan” also increase and at a given threshold value Hy for which

SN(HN) = €F.

As the field increases the electrons are transferred from the N-th Landau level to the other
ones. Then, for the field Hy_; determined from the equation ey_1(Hy_1) = € the (N —1)
becomes empty. We get

mecer 1 1 eh
Hy =~ — Al=|~= .
N eh N (H > MeCER

Here m, is the so-called cyclotron effective mass which in the case of isotropic spectrum is
the same as the density-of-states effective mass. We observe that DOS in a given magnetic
field oscillated with the increase in energy just similar to the case of quasi 1D systems.
Here Landau sub-bands play the same role as the modes of transverse quantization for
quantum channels.

For a 2DEG the motion along z-direction is quantized, and instead of e®=*/" we have
Xs(2). The means that for each subband of spatial quantization we have a sharp Landau
level, the density of states (per area) being

v,eH
g(e _47T2h2 256_ nsa)

n,s,o

Thus the density of states has sharp maxima at the energy levels that is a feature of
so-called 0-dimensional system. In real samples the peaks are smeared by disorder.
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11.3 Degenerate and non-degenerate electron gas

At equilibrium the states are filled according to the Fermi function
1
€) = )
Pl = plie— /RT3
where p is the chemical potential while k is the Boltzmann constant. The chemical potential
is determined by the normalization to the total number of electrons as

nzémﬂ@h@ME

where n is the electron density. At zero temperature the chemical potential is called the
Fermi energy, ep. The graph of the Fermi function and its energy derivative is given in

Fig. [T.9

0.57

\ / el
-0.51 /

-1.57

-2.5¢

Figure 11.9: The Fermi distribution (solid line) and its energy derivative multiplied by kT
(dashed line) for ¢/kT = 10.

Since at T'=0
fole) = ©(e — (),

the Fermi energy is given by the equation

n:/OCF g(e) de. (11.10)

The limiting case T' = 0 is actually means the the inequality kT" < €p is met. In the
opposite limiting case, kT > ep, we get

fole) m eIy = eC/’“T/ g(e) e=*T de .
0
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Thus,

fol€) = A(T) e=</*T | ﬁ _ %/OOO g(6) /T e (11.11)

This distribution is called the Boltzmann one.

11.4 Relevant length scales

One can discriminate between several important length scales in low-dimensional systems.
They are shown in the Table [1.1].

1 mm

Mean free path in the quantum Hall regime
100 pm

Mean free path/Phase relaxation length

in high-mobility semiconductor at 7' < 4 K
10 pm
1 pm

Commercial semiconductor devices (1990)
100 nm

de Broglie wave length in semiconductors.

Mean free path in polycrystalline metallic films
10 nm
1 nm

de Broglie wave length in metals

Distance between atoms
1A

Table 11.1: A few relevant length scales. Note that 1 ym = 107 m = 107* c¢cm; 1 nm =
107 m = 10 A.

The above mentioned scales have the following physical meaning:

De Broglie wave length, \. This length is defined as
2rh 2
LI
P k
where p (k) is the typical electron momentum (wave vector). For Fermi gas the
characteristic momentum is just the Fermi momentum. For the case of a single filled

band in 2DEG,
A =2r/kp = /21 /n,
where n; is the sheet density. For the Boltzmann gas, p ~ v2mkT', and
2mh

A= )
2mkT
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Mean free path, ¢. This is a characteristic length between the collisions with impurities
or phonons. It is defined as
(= vT,

where v is the typical velocity while 7,, is the so-called transport relaxation time. It

is defined as .
— X /d& sinf@ W (#) (1 — cosf)
Ttr

where 6 is the scattering angle while W (0) is he scattering probability. Usually the

transport is characterized by the mobility

€Ty

u = :
m

The physical meaning of mobility is that a typical electron drift velocity acquired in
an external electric field E' is given by the relation

vg = ul .

Phase-relaxation length, L,. This is a specially quantum mechanical relaxation length
which has no analogs in classical physics. Namely, classical motion can be described
as evolution of the probability to find a particle at a given point at a given time.
However, in quantum mechanics the state is characterized by the wave function which
has a phase. The phase is important in the so-called interference phenomena, where
the electron wave functions having different pre-history are collected at the same
point. If the phases of the waves are not destroyed, a specific quantum interference
phenomena can be observed and important. The phase-relaxation time, 7., describes
relaxation of the phase memory.

It is clear that scattering against any static spin-independent potential cannot lead
to the phase relaxation. Indeed, in any stationary potential the equations of motion
are time-reversible. The only processes which can be responsible for phase relaxation
are the ones which broke the symmetry with respect to time-reversal. Among them
are inelastic scattering by phonons, electron-electron collisions, spin-flip processes,
etc. An important feature of such processes is that an electron suffers many elastic
collisions during a typical time 7,. Since it moves diffusively a proper way to estimate
the relevant length L, is as follows:

L,=+/D1,,
where D = (1/d)vl is the diffusion constant (d is the dimensionality of the electron
gas).

Thermal dephasing length, L;. The above mentioned relaxation process is relevant to
the interference of the wave functions belonging to a single-electron state. However,
interference can be also important for the interaction of two electrons having close
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energies. Indeed, if the energy difference between the electrons is &~ kT they travel
almost coherently during the time //kT. Thus the characteristic length of coherent

propagation is estimated as
Ly =+/hD/KT .

Comparing mean free path ¢ with characteristic dimensions of the system, L, one can
discriminate between diffusive, { < L and ballistic, £ > L, transport. Such a classification
appears incomplete in the situation where different dimensions of the sample are substan-
tially different. The situation is illustrated in Fig. [I.10 for the case where the length L of
the sample is much larger than its width, W. If phase coherence is taken into account, the

a) L Diffusive . /

m/ Iwn

-
lo

Quasi - ballistic

\_/ V\A/

Figure 11.10: Electron trajectories for the diffusive (¢ < W, L), quasi-ballistic (W < ¢ < L)
and ballistic (¢ > W, L) transport regimes. From [I1)].

scales L, and Ly become important, and the situation appears more rich and interesting.
Mesoscopic conductors are usually fabricated by patterning a planar conductor that has one
very small dimension to start with. Although some of the pioneering experiments in this
field were performed using metallic conductors, most of the recent work has been based on
the gallium arsenide (GaAs)—aluminum gallium arsenide (AlGaAs) material system. Some
important parameters for such systems are shown in Fig. [T.T1].
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GaAs(100) Si (100) UniTts
Effective Mass m 0.067 0.19 m.=9.1x10"28%g
Spin Degeneracy Js 2 2
Valley Degeneracy gy 1 2
Dielectric Constant E 13.1 11.9 £,=8.9
x107'2Fm™!
Density of States ME)=g.9.(m/2nh*) 028 1.59 10 cm ™ ?meV™~!
Electronic Sheet
Density® n, 4 1-10 10"t cm 2
Fermi Wave Vector  kp=(4an,/g,g,)*"* 1.58 0.56-1.77 10°cm™!
Fermi Velocity vp=hke/m 2.7 0.34-1.1 107 cm/s
Fermi Energy Ep=(hkg)?/2m 14 0.63-6.3 meV
Electron Mobility* He 10*-10° 10* cm?/V-s
Scattering Time T=mu.je 0.38-38 1.1 ps
Diffusion Constant D=vi1/2 140-14000 6.4-64 cm?/s
Resistivity p=(neu) ! 1.6-0.016  6.3-0.63 kQ
Fermi Wavelength Ap=2m/ky 40 112-35 nm
Mean Free Path I=vgt 102-10* 37-118 nm
Phase Coherence
Length® l,=(D1y)""? 200—---- 40-400 nm(7T/K)™ /2
Thermal Length Iy =(hAD/ky T)' 12 330-3300  70-220 nm(T/K)™ /2
Cyclotron Radius l.yci=hkg/eB 100 37-116 nm(B/T)~!
Magnetic Length I, =(h/eB)'"? 26 26 nm(B/T)~!/2
kel 15.8-1580 2.1-21
T 1-100 1 (B/T)
Eg/hw, 7.9 1-10 (B/T) !

Figure 11.11: Electronic properties of the 2DEG in GaAs-AlGaAs and Si inversion layers.
From [10].




Chapter 12

Ballistic transport

12.1 Landauer formula

We start this chapter by a description of a very powerful method in physics of small systems
- so-called Landauer approach.

The main principle of this approach is the assumption that the system in question is
coupled to large reservoirs where all inelastic processes take place. Consequently, the trans-
port through the systems can be formulated as a quantum mechanical scattering problem.
Thus one can reduce the non-equilibrium transport problem to a quantum mechanical one.

Another important assumption is that the system is connected to reservoirs by ideal
quantum wires which behave as waveguides for the electron waves. We start our analysis
from the discussion of the properties of an ideal quantum wire.

Ideal quantum wire

Consider 2 large reservoirs of electron gas reservoirs having the difference dn in the electron
density and separated by a pure narrow channel. For small dn one can assume that there
is a difference in a chemical potential, du = dn/g(er). In the following we shall use the
Fermi level of non-biased system as the origin for the chemical potentials. So the difference
between the chemical potential in a-th reservoir will be denoted as .

If the channel is long and uniform, then the total current carried by the state char-
acterized by a transverse mode n and a given direction of spin which propagates without
scattering is

ertpp
7= / dk, Oe, (k) _ 2 / de Oen(k.)/0k, _ 2<5,u.
2rh Ok, 2rh |, |0en(k,)/0k,| h

F+Hlia

If we take into account electron spin and N transverse modes are open, then the conduc-
tance is given by the expression G = %N .

We come to a very important conclusion: an ¢deal quantum wire has finite resistance
h/2e*N which is independent of the length of the wire.

255
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As we have seen, even an ideal quantum wire has a finite resistance. That means a
finite heat generation even in the absence of any inelastic processes inside the wire. Below
we will discuss the physical picture of heat release by a current-carrying nanostructure
(here we follow the considerations of Ref. [23]).

First of all let us specify what heat release is. It will be convenient to consider an
isolated system. Therefore we will have in mind the following physical situation. There is
a capacitor which is discharged through the conductor of interest. The product RC' of the
whole system, R and C being the resistance and capacitance respectively, is much bigger
than any relaxation time characterizing the electron or phonon system of the conductor.
This means that for all the practical purposes the conduction process can be looked upon
as a stationary one. The total energy of the system, U, is conserved, while its total entropy,
S, is growing. The rate of heat generation is expressed through 798 /Ot, where T is the
temperature, i.e. through the applied voltage and characteristics of the nanostructure itself.
This means that the result is independent of the assumption that the considered system
is isolated, which is made only for the sake of derivation. This thermodynamically defined
heat is generated in the classical reservoirs over the length having a physical meaning of
the electron mean free path. That is the same mean free path that enters the Drude
formula, which determines the conductivity of the reservoirs themselves, the amount of
heat generated per second in both reservoirs being the same.

It is interesting to indicate that even purely elastic collisions can result in a heat gen-
eration although they of course cannot establish full equilibrium. This has a clear physical
meaning. The amount of order in the electron distribution resulting in electric current can
bring about mechanical work. For instance, one can let the current flow through a coil,
and a magnetic rod can be drawn into the coil. In such a way the electrons transferring
the current can execute a work on the rod. As a result of scattering, the amount of order
in the electrons’ distribution diminishes, and this means dissipation of mechanical energy
into the heat. It has been shown that the heat release is symmetric in both reservoirs even
if the scatterers in the system are asymmetric.

All the above considerations do not mean that the collisions that give the main con-
tribution to the heat release, also establish full equilibrium. What equilibrium needs is
inelastic collisions which transfer the energy of electrons taking part in charge transfer to
other degrees of freedom, such as to other electrons and phonons. In particular, a local
equilitbrium electron distribution is established over the length scale determined by electron-
electron interaction. Such a distribution can be characterized by a local electro-chemical
potential and sometimes an electron temperature. The latter can in principle be mea-
sured by optical methods. On the other hand, the equilibrium with respect to the lattice
is established at the scales of electron-phonon and phonon-phonon mean free paths. Only
over those distances from the channel one can treat the results in terms of the true local
temperature.
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Resistance of a quantum resistor

Consider a system shown in Fig. [2.1] consisting of a barrier connected to reservoirs by
ideal quantum wires. If there is some reflection only a part of the current is transmitted.

UL

ideal Lead /

Ho

7238

Figure 12.1: On the resistance of a quantum resistor.

In this case one can introduce the transmission probability of the mode n, T}, to obtain
(including spin degeneracy)

2
J==ou E T,
n=1
As a result,
2¢? & 2e?
=N T,=""Trtt'. 12.1
G== ; n="Tr (12.1)

Here t is the matrix of scattering amplitudes while the expression is called two-terminal
Landauer formula.

This very important and looking simple formula was confusing during a long period.
Indeed, this is the conductance which is measured between two reservoirs. Having in mind
that the resistance of the connecting ideal wires (per one conducting mode) is h/2e* we
can ascribe to the scattering region the resistance

22 [T ] 22T

-]

where R is the reflection coefficient. Consequently, in the original formulation the quantum
resistance was described as

2¢? N T,
= — L 12.2
S 2

However, the quantity which is usually measured is given by Eq. ([2.0)).

Now we derive the Landauer formula for finite-temperature and so-called multichannel
case when the leads have several transverse modes. Consider ideal wires which lead to
a general elastic scattering system. Let each lead has the cross section A and have N
transverse channels characterized by wave vectors k; so that,

k2

E;
+ 2m

=bp.
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The incoming channels are fed from the electron baths with the same temperature and
chemical potentials puq, po,.... The outgoing channels are fed up to thermal equilibrium
population. We shall assume that the particles are absorbed in the outgoing baths. The
sources are assumed to be incoherent, the differences p; — p9 are also assume small to yield
linear transport. We introduce the scattering amplitudes ¢;; for the transmission from jth
incoming to ith outgoing channel. Reflection amplitudes 7;; are introduces in a similar
way for reflection into the ¢th incoming channel. If we replace the incoming and outgoing
channels, we denote the proper amplitudes by primes. In this way it is convenient to
introduce 2N, x 2N, scattering matrix as

r t
S:(t T,).

From the current conservation we must require unitarity while from time reversal symmetry
S = S. Thus we have also $5* = I where star stays for complex conjugation while tilde
for transposition. In a magnetic field the Onsager relation requires S(H) = S(—H).

It one defines the total transmission and reflection into ith channel as

To=) lt° Ri=> Iryl*.
J J
then from unitarity condition we get

ZEZZ(l—Ri)-

Since the densities of states in each channel are 1D like, g;(E) = (whv;)~! we write the
current through outgoing channels as

L= G [ a8 AERE) + AERE) - 1)

= %/dﬁ? (—g—é) > T(E).

Thus the conductance becomes

2¢? of i

This is the two-terminal conductance measured between the outside reservoirs which in-
cludes contact resistances.

Multiterminal resistance

For simplicity we shall discuss the case of zero temperature. Let us introduce the total
transmission probability from the bath « to the bath j3,

No Ns

Toop = Z Z |tﬁa,mn|2-

n=1 m=1
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Here N; is the number of propagating modes in each lead connected to ith reservoir.
Counting all the chemical potentials from the Fermi level, we see that the reservoir «
injects the current (2e/h)Nyp, into the lead a. The fraction T,_,3/N, is transmitted to
the reservoir  while the fraction T, _.,/N, = R,/N, is reflected back into reservoir a.
The the net current I, is given by the following set of equation,

h
1o+ (Na - Roc),uoz - Z Tﬁﬂauﬁ . (12'3)

2
¢ ba

Introducing vectors I and i with components I, and u,, respectively, we can write

-

=G, (12.4)
where the conductance matrix G is defined as

2¢?

Gaﬁ - T [(Noz - Ra) 6@,@ - Tﬂ—’a (1 o 5a5)]
2 2
= % [Na 5@[3 - TB—W] : (125)

Here we use the relation T,_, = R,. The sum of rows of this matrix is zero because
of current conservation, the sum of the elements of each row also vanishes because if one
changes all the chemical potentials by the same amount no current will be induced. Thus

No—Ro=Y Tsa=> Top.

BFo BFo
The equations ([2.4) and ([2.5) are called often the Landauer-Bittiker formalism. They

i i o i

Figure 12.2: On the resistance of 4-terminal device.

allow find, e. g. 4-terminal resistance. Indeed, we can put I, = —I, = I, I3 = I, = 0.
Then I = Ij where
1
- —1
0

Thus
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Having in mind the properties of the scattering amplitudes we have,
Tos(H) = Tyo(—H)
that results in the reciprocity relation

Here R,p,45 stands for the resistance measured for voltage contacts «y, ¢ while the current
passes through the contacts «, 3. Note that this relation works even in the case when the
concept of local conductivity is not applicable. What we only need is linear response and
absence of inelastic scattering inside the device under consideration.

One can easily generalize the above expressions for the case of finite temperatures by
replacement of the element of G-matrix by their thermal averages,

Jo dE g(E) (0fo/0E) A(E)

At = T B 4(B) (07/9F)

12.2 Application of Landauer formula

Point ballistic contact

The most clean system is the so-called quantum point contact (QPC) - short and narrow
constrictions in 2d electron gas. A sketch of QPC is shown in Fig. [2.3 The conductance of

Figure 12.3: A sketch of QPC formed by splitted gates.

QPC is quantized in the units of 2¢%/h. The quantization is not that accurate as in quantum
Hall effect (about 1%) because of non-unit transparencies 7T,, and finite temperature. It is
interesting to compare quantum and classical behavior of QPC. In a classical picture one
can write

7r/2 d 1
J = W((Sn)vp/ 2 osa = —Wuop(dn) .
,71-/2 T T
Thus the “diffusion constant” is
J 1 2e% kpW
Dypr=—=-W G = é? Dgrr = — .
ip=5.=_"Wor — e“g(er)Deyy P
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Conductance (2¢ /h)

Conductance [2e%/A]

Gate voltage

Figure 12.4: Quantization of conductance of a point contact: Schematic picture (left) and
experimental result (right).
I |

Ep eV e 2
I !

Figure 12.5: On the classical conductance of a point contact.

Note that the integer part of the quantity krWW /7 is just the number of occupied modes
according to quantum mechanics.

Series addition of quantum resistors

Assume that we have two obstacles in series. Let the wave with unit amplitude is incident
to the region, the amplitude of the reflected wave is A while D is the amplitude the
wave transmitted through device. The obstacles are connected by an ideal conductor, the
phase shift of the wave along which being ¢. Let the wave emerging from the obstacle

i

1

B  Be 5
A c ce'?

Figure 12.6: On series of quantum resistors.

1 is Bexp(kx — wt). It reaches the obstacle 2 gaining the phase ¢, having the complex
amplitude Bexp(i¢p). The reverse wave C' gains the phase —¢. In this way we get the
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following set of equations,

A:T1+t10, B:tl—i‘TiC
Ce ™ = ryBe'?, D = ty,Be'

Solving this equation we obtain,

. €i¢t1t2
1 — e2idpypt

D

that yields for the total transmittance:

B 1T,
1+ RyRy — 2v/R, Ry cosf

where 0 = 2¢ + arg(ror}). The ratio between reflection and transmission which should be
understood as a reduced resistance (in units h/2e?) of the system excluding wires is

R_|A
T |D

T = |D|?

(12.6)

> Ri+ Ry —2yVRiRycosf _hG

-1 _ =
g T1T2 ’ o 2¢e2 '

(12.7)

This is a very strange formula. Assume that we made an ensemble of the systems which
differ only by the distance between the obstacles, i. e. by the phase ¢. Let the distribution
of ¢ will be constant in the interval (0,27). The averaging over ¢ we get

R+ Ry

g7 = =R —T)

while the Ohm’s law will provide

Ry Ry

-1 _
g _1—Rl+1—Rz'

As a result the Ohm’s law survives only at small reflections.

Let us construct a chain of n resistors with very small reflections. Then the total
reflection first increases linearly in n. Finally the total transmission becomes substantially
less than 1. Now let us add a very good conductor to this chain. We get

R,+R _ R

-1 _ -1 -
<g >n+1 - Tn <g >n + Tn .

Thus an addition a good conductor increases the resistance by R/T,, > R. Such a behavior
can be formulated as a “renormalization group”
1 d
R dn
Thus the average resistance grows exponentially with the length which has something to
do with 1D localization. This considerations are not fully satisfactory because resistance

<g_1>n = <g_1>n +1.
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is not the proper quantity to be averaged. Following Anderson, the proper quantity to be
averaged is In(1 + G~1). Indeed,

1+G'=1+R/T=1)T —I(l1+G')=—-InT.

The quantity —InT plays the role of extinction exponent and it should be additive to
successive scatterers is the relative phases are averaged out. We get this relation using

2m 1
/ do 1n(a+bcos«9):7rln§[a+\/a2—b2 :
0

So the exact scaling is given by the relation

(In(1+G,")) =n(Rh/2¢%).

Parallel addition of quantum resistors.

Let us now discuss the parallel addition of two single-channeled quantum resistors. The
geometry of the problem is shown in Fig. [2.7. All the phases and scattering effects along

Figure 12.7: On the parallel addition of quantum resistances.

the branches are absorbed by the scattering parameters. Time-reversal symmetry requires
t; = t; while the current conservation requires

—tz/t;* = TZ'/’I”,/L-*.

In the presence of Aharonov-Bohm flux & through the loop, following from the gauge
invariance the scattering amplitudes are renormalized as
+i0,t/2 0

ty — tie ™t — ety — te TP =Ty, T T

Here 0 = 7® /.

This point needs some more explanation. An Aharonov-Bohm flux & through the
opening can be represented as ¢ A - dl along the path circulating the opening. Here A is
the vector potential. One can eliminate this flux by a gauge transform

Y =1 exp [;—ec ij(rj)] 7

— tge_
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where y is defines as A; = Vyx. The transformed Schrodinger equation has A; = 0.

However, the price for this is that the transformed wave function, v’, does not satisfy

periodic boundary conditions. When the electron coordinate is rotated once around the

ring the phase of X’ is changed by dy = 27®/®y. In our calculation this phase shift is

absorbed into the expressions for the transition amplitudes.

To find the transmitted wave one has to determine 10 unknown amplitudes, x1, Z2, Y1, Y2, U1, Us, V1, Vg, F, .

It can be done solving the set of matching equations at the scatterers and the triple con-

nections. It is assumed that the connections do not introduce additional scattering and

can be described by the unitary scattering matrix

0 —1/vV2 —1/V2
S=1 -1/v2 /2 —1/2
—1/vV/2 —1/2 1/2

Here S;; denote the reflection amplitude of the ith channel while off-diagonal elements S;;
are the transition amplitudes from the channel ¢ to j. The subscript 1 is used for left
incoming channel and right outgoing channel. After rather long algebra made originally in
Ref. [24] we arrive at the solution,

o + (3 cos 26

T=I|F]=4
£ v+ 0 cos20 + ecos46

(12.8)

where «, (3,7, , € are rather complicated functions of the scattering amplitudes,
o =|AP+|BP, =2Re(AB*), y = D + P,
d=2Re(DC*+ EC*), e =2 Re(DE"),
A=ty +ty(ry — D)1 —71)), B=tt; +t(ry —1)(1 —15),
D=FE=tty C=t3+1t3—(2—1 —1)(2 71" —71}).
This expression describes a rich physical picture. Even in the absence of magnetic field,
0 = 0 the transmittance can be strongly dependent on the phases of the complex scattering
amplitude. If we make one branch fully non-conducting, t; = 0, still the appropriate choice

of phases of the reflection amplitudes r; and 7} can result either in 7= 0 or 7' = 1. Indeed,
in this case,

A=ty(ri—1)(1—7), B=D=E=0,C=t3—2—r —1m)2 -1, —1}),

a= [P -0 -rP, =0, v=5—(2-r—r)2-1ri )P,

0=€e=0.
As a result we get

_ [t2?|(rs — 1)(1 — 1)) P?
B=C—r-r)2—r )P

Putting r; = 1 we obtain T' = 0. Thus we observe that non-conducting branch can influence
the total conductance strongly.

Of course, all the discussed effects are due to interference. If the size of the system
exceeds L, we come back to classical laws.
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12.3 Additional aspects of ballistic transport

Adiabatic point contacts

The results of first observations of conductance quantization were surprising. Indeed, from
quantum mechanics it is well know that any sharp potential barrier produces oscillations
in the transmission coefficient as a function of the energy. However, the experimental steps
were more or less rectangular. An explanation of such a behavior was given in Ref. [25].
The authors showed that if the point contact has a smooth profile, i. e. if its width d
depends on the longitudinal coordinate z in a smooth way, then the T'(F) dependence is
very close to a perfect step. To make the results simple, let us consider a channel with
rectangular confinement. Let us assume that we can separate the variables in an adiabatic
way, U, (2, y) = ¥n(2)ens(y), and first solve the Schrodinger equation for a given width
d. In this way we get the transverse wave functions

The Schrodinger equation for the longitudinal motion has the form

h? B B wn?h?
Tom gz TN =BV al) = g

If the variation d(z) is smooth at the scale of de Broglie wave length, k;l, the potential
€n(x) is semiclassical. Then one can use the semiclassical scheme for scattering problem
and choose

i) =2 ey [ [ pa@ar] o) = VERTE = el

The transmittance step depends occurs when the Fermi energy crosses the maximum of

Figure 12.8: On the adiabatic quantum point contact.

the potential €,(x) for the upper transverse mode, see Fig. [2.§. Expanding the potential
near its maximum we get

o= 1= (%) 5]
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Since 9%d/0x* = 2/p where p is the curvature radius of the center of constriction, we get
the barrier as

The transmission through a parabolic barrier is known,

1
1+ exp[—72(kdo /T — no)\/2p/do)

Here dj is the minimal width of the constriction, ng is the number of upper level, while
k= h'v2mE. We observe that the shape of the step is almost n independent, the
transition being sharp at p > doy. It is important that the numerical factor 72v/2 makes
the transitions sharp even at R ~ dy. The same numerical factor helps for the semiclassical
condition to be valid. This criterion reads 721/2p/dy > 1. To make the motion through
the contact ballistic the elastic mean free path should exceed +/pdp.

T(E) (12.9)

12.4 Electron-electron interaction in ballistic systems

The case of pure 3D metal. Concept of Fermi liquid

Let us begin with the estimate of the electron-electron scattering in a Fermi gas. Suppose
that we have a particle 1 outside the Fermi sea, see Fig. [2.9. If this particle interacts

PyrPy=P P,
Figure 12.9: Scattering processes for electron-electron interaction.

with another one, 2, inside the Fermi sea both final states should be outside the Fermi sea
(Pauli principle!). According to the momentum conservation law,

P1 + P2 = P} + Pb,
and, as we have seen,
pLDY, Py > DRy P2 <D

The momentum conservation law is shown graphically in the right panel of Fig. [2.9.
One should keep in mind that the planes (pi, p2) and (p}, p5) are not the same, they are
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shown together for convenience. To get the escape probability for the particle 1 one should
integrate over the intermediate momenta

W /5(51 bes— el — &) (dps) (dp))

(p) is fixed by the momentum conservation). The energy conservation law actually deter-
mines the angle between p) and p), for given absolute values of these vectors. Consequently,
the rest is to integrate over p, = |po| and p} = |p1].

Let p; be close to pr. It means that all the momenta are close to pr and the angles
with the vector p; + po are almost the same. So let us assume cosines to be the same and
from the relation between the projections write down

Py R p1+p2 — P
Now let us recall that p,, > pr. Consequently, p| < p; + p» — pr. But at the same time,
Py > pr. Thus
p1+ P2 — Pr > pr, O P2 > 2pp — p1.

But from the Pauli principle, the upper limit for ps is prp. As a result, we come to the
following chain of inequalities

0> p2 —pr > pr —p1, 0<py—pr < (p1—pr)+ (P2—Dpr).

0 a1tz o2
/dpg dpy = / daz/ doy = ?1
—a 0

where we have introduced «; = p; — pr. Now we should remember that ¢ —ep = vp(p—pr).
So W o (e—ep)?. The simplest way to estimate 7 is to use dimensionality approach. Indeed,
the average potential and kinetic energies are of the order of er. Consequently, the only
quantity which is proportional to (¢ — €r)? and has the time dimensionality is

Finally,

hGF
(5 — GF)Q.

We came to important conclusion: if one is interested in quasiparticles near the Fermi
level, |¢ — €p| < €p, he can treat them as to near classical ones provided

T ~

I _
~T— T«
(e —€ep)T €F

The typical value for the quasiparticle energy is kg7 This is why the electron-electron
interaction can be treated in the leading approximation in a self-consistent approximation.
The estimates above based on the conservation laws provide background of the theory
of Fermi liquid. The essence of this concept is that the excitations in the vicinity of
the the Fermi surface can be treated as quasiparticles which behave as particles with
renormalized velocity. Consequently, the effects of electron-electron interaction are not
crucially important in pure 3D systems.
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One-dimensional systems. Tomonaga-Luttinger liquid

For 1D interacting systems the above considerations are not valid because for a single
branch linear dispersion near the Fermi points the energy spectrum is close to linear,
E — Er = v(p — pr). That means that the energy and momentum conservation laws
are actually the same, and this is why they are not restrictive as in a 3D case. For this
reason, the perturbative corrections describing even weak electron-electron interaction are
divergent. A proper model for interactive 1D electrons is the so-called Tomonaga-Luttinger
model. According to this model, collective electron modes (plasmons) with linear spectra
are described by new, boson modes. Creation of a real electron in this model is equivalent to
excitation an infinite number of plasmons. Because of that, the space and time dependence
of density (and spin) correlation functions are substantially different from the ones for non-
interacting systems. That manifests itself in various kinetic quantities. For example, the
Drude conductivity is predicted to vary as power law with temperature.

The Luttinger liquid model which was previously used for 1D organic conductors now
became important for high-mobility quantum wires, as well as for edge states under con-
ditions of quantum Hall effect (see below). One can find a good review of this model in
Ref. [16].

A 1D quantum wire is appropriately characterized by a conductance. It the absence
of interactions, the conductance of an ideal single-mode quantum wire, adiabatically con-
nected to leads, is quantized, G' = 2¢2/h. In the presence of a scatterer, the conductance
drops to G = 2e¢*T'/h, where T is the transmission coefficient.

The electron-electron interaction modifies dramatically the low-energy excitations in
a quantum wire that leads to striking predictions for the transport. The new features
manifest itself only if there is one (or several) scatterers inside the quantum wire - otherwise
the correlation effects are canceled out at the contacts between the interacting quantum
wire and non-interacting reservoirs. All that together leads to a rich and very interesting
physical picture.

To get a flavor of the theory [] let us consider a spinless electrons hopping on 1D lattice
with the Hamiltonian

vV
H = —t Z C}L-Cj_;,_l + 5 Z C;[CjC}L-_HCj_;,_l + h.c.. (1210)
J J

When the interaction V' = 0 this Hamiltonian can be diagonalized as Ey = —tcosk, |k <
7. The low-energy excitation exist near k. Consider a single particle excitation near +kp
where we remove one electron with k < kp and place it into a free state with k + ¢ > kp.
Then the energy of excitation is Awp = hqup. Adding a similar state near —kr we have
a situation similar to phonons in one dimension. When the interaction is turned on this
dispersion law remains, however the velocity is renormalized.

Linear spectrum implies a boson-like description. Mathematically in can be done using

Here we follow Ref. [I8].
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(Jordan-Wigner) canonical transform,

cj = exp (’iﬂ' Z c,tck> b;,

k>3

that keeps the Hamiltonian ([2.10) in the same from with replacement ¢ — b. One can
check that the b operators at different lattice points commute, and therefore they are bosons.
Now, the boson operators can be approximately decoupled as b; — ,/n; exp(i¢;),n; = c}cj
Then we can proceed to continuum limit, focusing on scales long compared to the lattice

constant. In this way we replace

¢; — ¢(x), n;— px).

Extracting from the total electron density its average value, pg = kr /7 and introducing the
“displacement” operator, 6, as p— po = 0,0(x) /7 we arrive at the phonon-like commutation
rule,
s
(B(a), 0)] = 5 3(x — ).

We observe that d,¢ is the momentum conjugate to 6. As a result, we arrive at the effective
Hamiltonian,

H = % [9(0:0)> + g7 (0:6)?] . (12.11)

From the commutation relations it can be seen that the Hamiltonian leads to the equation
of motion

020 = v*0%0

and a similar equation for ¢. the velocity v, as well as an additional dimensionless constant
g depend on the strength of interaction. For non-interacting electrons, v = vg and g = 1.

It is convenient to expand the original Fermion operator into two part corresponding
to the motion around the points +kp,

O(2) ~ g + by, = rFTEIR 4 o~hre iB00.
where ®p/;, = ¢ £ 0. These two field commute with one another and satisfy the relations,
[r(z), Pr(2")] = —[Pr(2), Pr(2)] = imsgn (z — 2').

The right and left moving electron densities can be reconstructed as
Np/r, = £0,Pr)1 .
Then we can rewrite the Hamiltonian ([2.11)) as

H = 7vo[Nj + N7 + 2ANz N[ ] (12.12)
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v 1 1—g°
UO 2(g+g)’ 1+

This Hamiltonian describes interacting system of right and left moving electrons. We
identify vy to v, the case g < 1 corresponds to A > 0 (repulsion) while g > 1 corresponds
to attraction.

It is not straightforward how one can relate the parameters v and g with the original
lattice model because we have only the effective theory for low-energy excitations. There
are analytical expressions only for some models, e. g. for the case of long-range interaction
comparing to the scale kp'.

A very important point is that the parameter ¢g has a physical meaning of dimensionless
(in units e?/h per spin) conductance of an infinite ideal Luttinger liquid. That can been
traced introducing new variables, ¢/, = g¢ &0, that diagonalize the Hamiltonian ([2.10)
as

with

1

The operators ng/;, correspond to the densities of right and left moving interacting elec-
trons. The Hamiltonian allows chiral general solutions f(x + vt). Now we can raise the
chemical potential of right chiral mode ng by an amount ugr Them 0H = —eugng, and
minimizing ([2.13) we get ng = (ge/2mv)ug. Since the additional current to the right is
Ir = engv we get

62

G=g9g—. (12.14)
h

As is was already mentioned, in a quantum wire it is impossible to couple only to one
chiral mode. As a result, the d.c. conductance of a finite Luttinger liquid wire coupled
to noninteracting leads appears the same as for noninteracting case. However, interaction
effects can be revealed in a.c. experiments, as well as in the presence of some scatterers.
Because of long-range correlations, the scatterers “undress” the excitations of interacting
systems. As a result, may interesting and important effects can be observed. In particular,
the interaction leads to a strong renormalization of density of states near an obstacle. For
example, if the Luttinger liquid wire has a large barrier with low transmission coefficient
Ty one can employ the results for the density of states in a semi-infinite liquid. That results

in the nonlinear current-voltage curve at low temperatures.

I

T TV D9y - qV) = T

o T0|V’2(gfl)/g )
Thus, got the repulsive case the linear conductance is zero. At finite temperature it does
exist. However it is proportional to T29~D/9_ It the case of weak scattering the results are
substantially different.

There are several experiments where some deviations from the predictions of single-
electron theory were observed, such as unusual conductance quantization and anomalous
temperature dependences. Unfortunately, the electron-electron correlations are effectively
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destroyed by disorder and electron-phonon scattering. Therefore, to observe the interac-
tion effect one needs extremely pure samples and low temperatures. The results of such
experiment is demonstrated in Fig. [2.10.

The concept of Luttinger liquid is specifically important for quantum Hall effect sys-
tems. We shall see that near the edges of a Hall bar a specific edge states appear which
can be described by the above mentioned model. This system is much more pure that
quantum wires, and interaction effects are crucially important. We are going to discuss
quantum Hall systems later.



272 CHAPTER 12. BALLISTIC TRANSPORT

o T T

(a) Wire preparation by cleaved edge overgrowth of GaAs-AlGaAs by MBE. The wire is
fabricated by cleaving the specimen [see also panel (b)]. Edge states (d) form the quantum
wire. Panels (e) and (f) show different charge distributions for different top voltages. The
panel (c) shows a blowup of critical device region. The mean free path is estimated as 10
pm, the length of the channel is about 2 pm.

Linear response conductance of a 2 um log wire in a 25 nm quantum well vs. the top-gate
voltage (V) measured at a temperature 0.3 K.Solid line is the measured conductance. The
dashed curve is the measured conductance multiplied by an empirical factor 1.15. Inset:
Linear response conductance of the last plateau for wires of different lengths fabricated
consecutively along the edge of a single 25 nm cleaved edge overgrowth specimen. The
numbers denote the wire lengths in microns.

Figure 12.10: Non-universal Conductance Quantization in Quantum wires [From A. Ya-
coby, et al., Physical Review Letters, 77, 4612 (1996).]



Chapter 13

Tunneling and Coulomb blockage

13.1 Tunneling

Modern technology allows to fabricate various structures involving tunneling barriers. One
of the ways is a split-gate structure. Such a system can be considered as a specific example

/uate \

Barriers

e

Gate
Figure 13.1: Split-gate structure allowing resonant tunneling.

of series connection of to obstacles. The complex amplitude of the wave transmitted
through the whole system is

tytae™ tytae™®
D=2 Tt (13.1)
1 —e%ryrt 1 —e/Ri Ry
where 6§ = 2¢ + arg(ror]). It is clear that the transmittance
T,
T= 13.2
14+ RiRy — 2/ R{Rscosf ( )
is maximal at some specific value of # where cosf = 1, the maximal value being
T
Tonax = 2 (13.3)

(1 - VR Ry)?
273
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This expression is specifically simple at 77,7, < 1,

ATV T5

T&m(::————————.
(11 + T5)?

(13.4)

Thus we observe that two low-transparent barriers in series can have a unit transmittance
if they have the same partial transparencies, 77 = T = T. The reason of this fact in
quantum interference in the region between the barriers which makes wave functions near
the barriers very large to overcome low transmittance of each barrier.

An important point is that the phase 6 gained in the system is a function of the electron
energy. Thus near a particular value E() defined by the equality

cosO(EM) =0 — O(E") = 2k

1 /00 2 2
R _ ()
1 5 ( ) (E E ) .

Thus at low transmittance we arrive at a very simple formula of a Breit-Wigner type,

one can expand cosf as

T,
(T +T2)*/4+ (8)? (E — E0)°
I,

= . (13.5)
(D +T2)?/4+ (B = ED)

T

Q

Here we denote ¢ = (00/0F) p_ g and introduce I'; = T;/|6'|.
The physical meaning of the quantities I'; is transparent. Let us assume that all the
phase shift is due to ballistic motion of an electron between the barriers. Then,

9 9
0 = 2ka = 2ah"V2mE — ¢ = %,/fm _ h_z

where v is the electron velocity. As a result, the quantity I'; can be rewritten as I' = hv,T; ,
where v, = v/2d is the frequency of oscillations inside the inter-barrier region, the so-called
attempt frequency. Thus it is clear that I'; are the escape rates through i-th barrier.

To specify the transition amplitudes let us consider a 1D model for a particle in a well
between two barriers. We are interested in the scattering problem shown in Fig. [3:2. To
find a transmission probability one has to match the wave functions and their gradients at
the interfaces 1-4 between the regions A-C. They have the following form

ekr 4 pe~ike in the region A;
a1€"B + axe”"B* in the region B;
bie™*® 4+ bye™** in the region C; .
c1e"P% 4+ coe in the region D;
tetke in the region E

—KpT
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Incoming  Reflected B
e e U

Resonant
@ level

Figure 13.2: On the resonant tunneling in a double-barrier structure.

Here

k=h""V2mE, k;=/k&—k?, koi=h'\/2mU;.

The transmission amplitude is given by the quantity ¢ while the reflection amplitude — by
the quantity r. In fact we have 8 equations for 8 unknowns (r,t,a;, b;, ¢;), so after some
tedious algebra we can find everything. For a single barrier one would get

2,.2 2,.2
4k“K _kRT o

kb sinh?(kd) + 4k252 K

T(E) =

Here d is the barrier’s thickness. So the transparency exponentially decays with increase of
the product xd. The calculations for a double-barrier structure is tedious, so we consider
a simplified model of the potential

U(x) = Upd[é(x) + 0(z — a)].

In this case we have 3 regions,

etke 4 pe=ike r<0.
Asinkxr + Becoskx 0<z <a, (13.7)
tetkl@=a) T >a

The matching conditions for the derivatives at the d-functional barrier has the form
W (o +0) — ' (g — 0) = Kdp (o) . (13.8)
Here k% = 2mU,/h?. One can prove it by integration of the Schrodinger equation
(R?/2m)V?Y + UpdS(x — 20)tp = Et
around the point xy. Thus we get the following matching conditions
B = 1+r,
kA —ik(l—r) = ra(l+7),

Asinka + Bcoska = t,
ikt — k(Acoska — Bsinka) = tr’a.
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First one can easily see that there is a solution with zero reflectance, r = 0. Substituting
r = 0 we get the following requirement for the set of equation to be consistent
2kg
k=ky, tankpa=——. 13.9

o0 tankya = 0 (13.9)
We immediately observe that at k = kg the total transmission amplitude [¢| = 1 and there
is no reflection.

Equation ([3.9) can be rewritten as

tanz = —nz, where n=2/k’da = h?/mUyad.

The solution of this equation can be found graphically. For “strong barriers”,n < 1 the
solution tends to
koa = sm, s=0,%+1,..

while for “weak” barriers
koa = (s+1/2)7.

Physically, that means that an electron gains the phase 27s during its round trip (cf. with
optical interferometer). Thus two barriers in series can have perfect transparency even if
the transparency of a single barrier is exponentially small. The physical reason is quantum
interference.

The condition ([[3.9) defines the energy

h2k2
Ey=—2

2m

where the transparency is maximal. Near the peak one can expand all the quantities in
powers of

E—Fy, i E—E,
(OF/Ok), 0 2B,

The result for a general case can be expressed in the Breit-Wigner form

I'/I'g
(B~ Eo)? + 3(TL +Tg)?

k—koz

T(E) =

Here I';(g)/h are the escape rates for the electron inside the well to the left(right) lead.
They are given by the attempt frequency vy/2a = hko/2ma times the transparency of a
given barrier.

Of course, if voltage across the system is zero the total number of electrons passing along
opposite directions is the same, and the current is absent. However, in a biased system
we obtain the situation shown in Fig. [[3.3. Negative differential conductance, d.J/dV < 0,
allows one to make a generator. One can also control the system moving the level Fy with
respect to the Fermi level by the gate voltage. In this way, one can make a transistor.

Commercial resonant tunneling transistors are more complicated than the principle
scheme described above. A schematic diagram of a real device is shown in Fig. [3.4. In
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Current

Bias voltage

Figure 13.3: Negative differential conductance in double-barrier resonant-tunneling struc-
ture.

this device resonant tunneling takes place through localized states in the barrier. There
exist also transistors with two quantum wells where electrons pass through the resonant
levels in two quantum wells from the emitter to collector if the levels are aligned. The
condition of alignment is controlled by the collector-base voltage, while the number of
electrons from emitter is controlled by the base-emitter voltage.

13.2 Coulomb blockade

Now let us discuss a specific role of Coulomb interaction in a mesoscopic system. Consider
a system with a dot created by a split-gate system (see above).
If one transfers the charge () from the source to the grain the change in the energy of

the system is
2

AFE = ——.
QVG+2C

Here the first item is the work by the source of the gate voltage while the second one is the
energy of Coulomb repulsion at the grain. We describe it by the effective capacitance C' to
take into account polarization of the electrodes. The graph of this function is the parabola
with the minimum at

Q=Qo=-CVg,
So it can be tuned by the gate voltage V;. Now let us remember that the charge is
transferred by the electrons with the charge —e. Then, the energy as a function of the
number n of electrons at the grain is

n2e?
AE(n) = —neVg + —.

(n) neVe + 55

Now let us estimate the difference
2

AE(n+1)—AE(n) = —eVg + n% .
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Figure 13.4: Schematic diagram of a Si MOSFET with a split gate (a), which creates a
potential barrier in the inversion layer (b). In the right panel oscillations in the conductance
as a function of gate voltage at 0.5 K are shown. They are attributed to resonant tunneling
through localized states in the barrier. A second trace is shown for a magnetic field of 6
T. From T. E. Kopley et al., Phys. Rev. Lett. 61, 1654 (1988).

We observe that at certain values of Vg,

e
the difference vanishes. It means that only at that values of the gate voltage resonant
transfer is possible. Otherwise one has to pay for the transfer that means that only inelastic
processes can contribute. As a result, at

o2
R
the linear conductance is exponentially small if the condition ([[3.10) is met. This phe-
nomenon is called the Coulomb blockade of conductance.

As a result of the Coulomb blockade, electron tunnel one-by-one, and the conductance
vs. gate voltage dependence is a set of sharp peaks. That fact allows one to create a
so-called single-electron transistor (SET) which is now the most sensitive electrometer.
Such a device (as was recently demonstrated) can work at room temperature provided the
capacitance (size!) is small enough.

Coulomb blockade as a physical phenomenon has been predicted by Kulik and Shekhter [26].
There are very good reviews [I3, [4, I5] about single-change effects which cover both prin-
cipal and applied aspects. Below we shall review the simplest variant of the theory, so
called “orthodox model”.

A simple theory of single charge tunneling

For simplicity, let us ignore discrete character of energy spectrum of the grain and assume
that its state is fully characterized by the number n of excess electrons with respect to
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an electrically neutral situation. To calculate the energy of the systems let us employ
the equivalent circuit shown in Fig. [3.5. The left (emitter) and right (collector) tunnel

Figure 13.5: Equivalent circuit for a single-electron transistor. The gate voltage, V, is
coupled to the grain via the gate capacitance, Cy. The voltages V. and V. of emitter and
collector are counted from the ground.

junctions are modeled by partial resistances and capacitances.
The charge conservation requires that

—ne = Qe+@c+@g
= OV~ U) + OV — U) + Cy(V, — U, (13.11)

where U is the potential of the grain. The effective charge of the grain is hence

Q=CU=ne+ » GV, C= ZC

i=e,c,g

This charge consists of 4 contributions, the charge of excess electrons and the charges
induced by the electrodes. Thus, the electrostatic energy of the grain is

2 2
Enzg—c ZGC ”€ZGV+ (Z(Jv). (13.12)

The last item is not important because it is n-independent. In the stationary case, the
currents through both junctions are the same. Here we shall concentrate on this case. In
the non-stationary situation, an electric charge can be accumulated at the grain, and the
currents are different.

To organize a transport of one electron one has to transfer it first from emitter to grain
and then from grain to collector. The energy cost for the first transition,

o + 1)e
B, B, =20t "+ ZCV (13.13)

must be less than the voltage drop eV,. In this way we come to the criterion

E,— Epi1+eV,>0. (13.14)
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In a similar way, to organize the transport from grain to collector we need
E,...—FE,—eV.>0. (13.15)

The inequalities ([3.15) and ([3.14) provide the relations between V., V. and V; to make

the current possible. For simplicity let us consider a symmetric system, where
Go=G. =G, Cc=C,=C/2(Cy<xC), Vo==-V.=V,/2
where Vj, is bias voltage. Then we get the criterion,
Vi > (2n+ Dlel/C = 2(C,/C)Y,

We observe that there is a threshold voltage which is necessary to exceed to organize
transport. This is a manifestation of Coulomb blockade. 1t is important that the threshold
linearly depends on the gate voltage which makes it possible to create a transistor. Of
course, the above considerations are applicable at zero temperature.

The current through the emitter-grain transition we get

I=e) pn[lemy—Tyoel . (13.16)

Here p, is the stationary probability to find n excess electrons at the grain. It can be
determined from the balance equation,

Pl A palp = (T + 10, ) pa = 0. (13.17)

Here
I" | = Te_y(n—1)+Tey(n—1); (13.18)
FZ+1 = Tyoe(n+1)+ Ty c(n+1). (13.19)

The proper tunneling rates can be calculated from the golden rule expressions using tun-
neling transmittance as perturbations. To do that, let us write down the Hamiltonian
as

HO — He + Hg + Hch —I— Hbath 7
He,c = Z 6kCLUCkU 3

ko
_ T
H, = E €qCa0Cao 5
qo
_ E +
Hch — (TL - QO 7 an - .

qo

Here H,,.. is the Hamiltonian for the thermal bath. We assume that emitter and collector
electrodes can have different chemical potentials. Nt is the number of positively charged
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ions in the grain. To describe tunneling we introduce the tunneling Hamiltonian between,
say, emitter and grain as

Hewg = Z quc;fw_cqg + h.c.
k,q,0

Applying the golden rule we obtain

Ge o (o]
Fey(n) = 5/ dek/ deg fe(er)[l — fo(€g)] 0(Ens1 — En —€Ve).
Here we have introduced the tunneling conductance of e — ¢ junction as

Ge = (4762/h) 9e(€r)gy(€r) VeVy <|qu|2> .

along the Landauer formula, V. , being the volumes of the lead and grain, respectively. In
this way one arrives at the expressions

2G,
Lo Ve) = Tyalon Vo) = S F(AL): (13.20)
2
Fyme(n, Vo) = Tey(—n,—V,) = SCF(A_Q. (13.21)
Here .
Fle) = pr——y —€eO(e)at T — 0,
while

2

Sxenzed O

1
Ai,u(”) = En — En:tl :|: €VH = — 2

C
is the energy cost of transition. The temperature-dependent factor arise from the Fermi
occupation factor for the initial and final states, physically they describe thermal activation
over Coulomb barrier. The results of calculation of current-voltage curves for a symmetric
transistor structure are shown in Fig. [3.6. At low temperatures and low bias voltages,
VC'/e < 1, only two charge states play a role. At larger bias voltage, more charge states are
involved. To illustrate this fact, a similar plot is made for symmetrically biased transistor,

V. = =V, = V/2, for different values of @)y, Fig. [[3.7.

eV,

Cotunneling processes

As we have seen, at low temperature the sequential tunneling can be exponentially sup-
pressed by Coulomb blockade. In this case, a higher-order tunneling process transferring
electron charge coherently through two junctions can take place. For such processes the
excess electron charge at the grain exists only virtually.

A standard next-order perturbation theory yields the rate

| (i[O )

2
§(E; — Ey) .

Two features are important.
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Figure 13.6: The current of a symmetric transistor as a function of gate and bias voltage
at T'= 0 (from the book [H]).

e There are 2 channel which add coherently: (i) e — ¢, g — ¢ with the energy cost
A_.(n+1), and (ii) g — ¢, e — g with the energy cost A, .(n —1).

e The leads have macroscopic number of electrons. Therefore, with overwhelming
probability the outgoing electron will come from a different state than the one which
the incoming electron occupies. Hence, after the process an electron-hole excitation
is left in the grain.

Transitions involving different excitations are added incoherently, the result being

r, = Gl / dey / de, / dey / dess (e)[1 — f(e) fle)[1 — flew)]
1 1 2

2med

X

[A,e(n +1) + A (n— 1)] S(eV 4+ ep —€g +eg —e).

At T = 0 the integrals can be done explicitly, and one obtains

- _hGeGC[ 1 1

2
3

“ = Tore |A L+ l) | Aya(ne 1)} Ve for eV <A

As a result, the current appears proportional to V? that was observed experimentally. The

situation is not that simple for the degenerate case when A; = 0. In that case the integrals

are divergent and the divergence must be removed by a finite life time of a state. A detailed

treatment of that case is presented in the book [H].

There is also a process when an electron tunnels through the system leaving no excita-
tions in the grain. The probability of such elastic cotunneling has a small factor (g,V,) "
However, it leads to the current, proportional to V', thus it can be important at very low
bias voltage.
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Figure 13.7: The current of asymmetric transistor, G, = 10G,, as a function of bias voltage
at T'= 0 and different Q)g.e = 0, 0.25 and 1 (from the book [G]). At Qy = 0 the Coulomb
blockade is pronounced, while at Qg/e = 0.5 the current-voltage curve is linear at small
bias voltage. The curves of such type are called the Coulomb staircase.

Concluding remarks

There are many experiments where Coulomb-blockaded devices are investigated. Probably
most interesting are the devices where tunneling takes place through a small quantum
dot with discrete spectrum. An example of such device is shown in Fig. [3.8. The linear
conductance of such a structure as a function of the gate electrode C is shown in Fig. [3:9
An important point is that at present time the devices can be fabricated so small that the
criterion kT < e2/C' can be satisfied at room temperatures. Now several room temperature
operating Coulomb blockade devices were reported. Among them are devices consisting
of large molecules with the probes attached in different ways. This is probably a starting
point for new extremely important field - molecular electronics. Such devices are extremely
promising both because they are able to operate at room temperatures and because they
will allow high integration. This is one of important trends. Another one concerns with
single-electron devices which include superconducting parts. There is a lot of interesting
physics regarding transport in such systems.
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Figure 13.8: (a) A typical structure of a quantum dot. The depleted (shaded) areas are
controlled by electrodes 1-4, C, and F. Electrode C also controls the electrostatic potential
in the dot. (b) a model of a quantum dot. From [7].

1.0 r r— Y
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Conductance { e2/h )

-0.60 -0.55 -0.50
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Figure 13.9: Conductance of a quantum dot vs. the voltage of gate electrode C. From L.
P. Kouwenhoven et al., Z. Phys. B 85, 367 (1991).



Chapter 14

Quantum Hall Effect and Adiabatic
Transport

14.1 Ordinary Hall effect

In a magnetic field electrons’ trajectories are curved because of Lorentz force. As a result,
j=o00(E+[j x H]/nec), oo =mne’t/m.
One can solve this vector equation to obtain the resistivity tensor

. Po H/enc B
p= —H/enc  po » Po=1/00.

The inversion of this tensor gives the conductivity tensor with the components (in 2d case)

1
70 S (14.1)

Ogx = Og TT
1+ (wer)?’ Y H  wer

There is a striking similarity between the quantization of the conductance of a ballistic
channel in units of €*/h and of the Hall conductance.

14.2 Integer Quantum Hall effect - General Picture

In the quantum case one faces the Landau levels. We have seen that the number of states
per unit area for a filled Landau level is

nyg = 1/2ra3, = eH/ch.

Usually the filling factor
v=n/nyg

285
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for a fractionally filled level is introduced. The total degeneracy of a Landau level in the
absence of disorder is N = Anp = A/2ma? where A is the sample area. The average
density of states is Anp/hw,.

If one expresses the Hall component of the conductivity tensor through the filling factor
v and assumes w.7 — 00 he obtains o,, = ve?/h. This result seems very fundamental.
Indeed, according to the electrodynamics, one can eliminate the electric field on a spatially-
homogeneous system by assuming a drift velocity

v=c[E x H]/H*.

Thus, the result seems fundamental independently whether classical of quantum mechanics
is discussed.
Experimentally, the following picture was observed. It is clear that only violation of

Ry ™ Classical result

Hall resistivity (h/€)
N

Longitudunal resistivity (arb. units)

Filling factor
Figure 14.1: Schematic dependence of Hall resistance on filing factor.

the translational invariance can lead to such a picture. Thus one has to consider either
impurities, or edges.

The generally accepted picture is as follows. Impurities violate the translational invari-
ance. As a result, p, is not a good quantum number any more, and Landau levels smear
into sub-bands. The crucial point that the most of the states are localized and cannot carry
the current.

To make the analysis as simple as possible let us discuss a 2d electrons in crossed electric
and magnetic fields (E || x, H || z) and a single impurity at the point ro = {xo,yo}. As
we have seen (see Sec. p.9, Shubnikov-de Haas effect), the weak electric field leads to the
energy shift p,v where v = cE/H is the drift velocity in y-direction, as well as to the shift in
the center-of-motion co-ordinate is shifted in z-direction by v/w.. Using the corresponding
states as a basis, we can now expand the exact wave function as

V= Z Cnp, Ynp, (T) -

npy
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We get

Z Cnpy [7:(0 + V] Vnp, = Z Cnp, [Enpy + V] Unp, = £ Z Crp, Vnp, -

npy npy nPy
Let us now express the potential as
V = A(r —rp)
where \ is a proper coupling constant. Then one can write

Uy, (T0) ¥ (10) ‘

npy — A
Crpy E—E,,

Now we recall that -, cup,Unp, (ro) = ¥(rg). Substituting the previous expression into
this equation and dividing by W(rg, we get the exact condition for eigen energy

Z ’¢n py I'0
np

n,py v

The right hand side of this equation as a function of the energy is shown below One can

Energy

Right hand side

Localized states

Figure 14.2: Formation of localized states in 2DEG in magnetic field.

find from this equation one completely localized state for each Landau level, its energy
shift being proportional to A. The lowest such state can be represented as (for ro = 0)

o izy  x?+ >
e ™~ €X — .
1 P 2a%, 4a?,

The other levels are almost unperturbed and extended.
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Now let us take into account only the lowest Landau level which we assume to be
completely filled. We have one localized state and N —1 extended ones where N = A/2ma?,,
which we can label by the discrete quantum number k as

pyLy
k= )
2mh

Each mode behaves just as the transverse mode in a quantum channel, and the current is
given as

2 2
[ - — (En7]€+1 - ETL ) — —E
nk

nk

(Enakmax - Enykmin> :
It is not trivial to prove this equation. It was done by R. Prange using gauge considerations.

Proof :
The main procedure is a s follows. We have specified periodic boundary conditions
along y-axis. Consider the system as a cylinder and introduce an auxiliary constant
vector-potential A along y axis as
-~ he2na

4, =~ I (14.2)

Increase of the parameter a by one corresponds to increase the magnetic flux in the
sample by 1 quantum, ®,.

If one applies periodic boundary conditions then the vector-potential such as given
by Eq. ([4.7) can be eliminated by the gauge transform

b — exp(2may/Ly)y

only if o is integer. Thus the extended states which extend from 0 to L, must
depend on « while localized states satisfy boundary conditions automatically since
their amplitude at the boundaries vanish. The extended states in the presence of the
auxiliary have the same form is in its absence, with the replacement

k—k+a.

The vector potential A leads to an additional item in the effective Hamiltonian,

Thus, the current operator can be written as

;__10H __comM
Y c@[ly_ hoa’
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while the average current is

~

[=(I)= —%% 3 Eula).

As we have already mentioned, according to the construction of the quantum number
k the introduction of the vector-potential leads to the replacement & — k + «. Thus

En,k|a:1 = En,k+1|a:0 .

Replacing the derivative by the average value over the region 0 < a < 1 we get the
result given above.

Thus we come to the following picture. as the Fermi level passes the regions of the

Localized

Extended

Energy

Density of states

Figure 14.3: Density of states in 2DEG in magnetic field.

extended states the steps in Hall resistance and peaks at the longitudinal resistance occur.
As we have shown, the current is independent of the density of states, only the number of
occupied extended states is important.

Now we have to remember that the state with kmyax(kmin) correspond to the upper
(lower) edge of the sample if we map the quantum number k to the centers of gravity of
the states. Thus we come in a natural way to edge states.

14.3 Edge Channels and Adiabatic Transport

The quantization of the conductance of the ballistic channel arises from the finite number of
propagating modes each of which can carry only a very specific current. Thus it is tempting
to consider the modes of an ideal finite system embedded into an external magnetic field. In
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this simplified picture we can obtain some understanding concerning the nature of localized
and extended states.

Let us start from a ideal electron system confined by the potential V' (z) in the presence
of the magnetic field H || z. For a single spin component we have the Hamiltonian

H = ﬁ‘i‘ [py+(eH/c)x]2 +V($)

2m 2m

It is natural to look for a solution in the form (H commutes with p,!)
[, k) = ()™
where hk is the eigenvalue of p,. The average velocity for such a state is

B oH _ 1dE,(k)
n,k> = <n,k‘8py n,k:> =3

It is easy to calculate such a velocity for a parabolic confinement,

py + (eH/c)x

(k) = <n k

1
V(z) = §mw§x2 :

The result is
hk Rk 1

T M m1+ (wefw)?

To understand what is going on let us consider a classical orbit with the center (X,Y).
Then one can write
r=X+uv/w., y=Y —v,/w..

The quantity 7. = v/w. is the cyclotron radius of the orbit. We have two constants of
motion, the energy E and X. In a long strip of width W the trajectories can be classified
as a cyclotron orbits , skipping orbits, or traversing trajectory. In the (X, E) space such
trajectories are separated by the line

(X £W/2)* =72,

According to quantum mechanics, the motion is quantized, and we come to the following
picture of quantum terms The cyclotron orbits (solid lines) correspond to Landau level,
and they have zero group velocities. We have not shown traversing trajectories which cor-
respond to higher energies. Dashed lines reproduce two sets of edge states (corresponding
to skipping orbits). These sets carry the currents in opposite directions.

If the Fermi level is situated between the Landau levels, only the edge states can con-
tribute to the current. Their dispersion law can be obtained (approximately) from the

Bohr-Sommerfeld quantization condition,

h_lj{pxdx+fy:27m, n=12,..
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Figure 14.4: Typical electron trajectories in a 2D strip in magnetic field.

---- Skipping orbits

Energy ——

Wave vector, K——

Figure 14.5: Electron terms in a 2D strip in magnetic field.

One can show that for the rigid boundary the phase shift of the skipping orbit v = 7/2,
while

Pr =mu, = (eH/c)(Y —y).
Thus,

1 o v
oy ( y) dx T B T(n o

Consider an electron at the Fermi level. Its energy consists of (n — 1/2)hw. (4 spin
contribution which I do not discuss now), as well the the part

Eg=er— (n—1/2)hw,

due to electrostatic potential created by the edges, as well as by disorder. In an external
potential, the center of the orbit moves with the drift velocity

C

va(R) = eH

[VV(R) x H]
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which is parallel to the equipotentials. That can be easily shown from classical mechanics
in a magnetic field. The typical spread of the wave function along the guiding center is
spread within the range of magnetic length ay. Now we can map the classical picture to
quantum mechanics according to hk — —x(eH/c). Thus, if the typical scale of the random
potential of the disorder is greater than the magnetic length, we arrive at the picture.

©® Closed
O Egde

0
Wave vector, k———

Energy —

Figure 14.6: Electron terms in the presence of long-range disorder.

Assume that the edges are in a local equilibrium. Thus if there is a difference ¢ chemical
potentials between the edges,then each channel contributes (e/h)d¢ to the current in the
Hall direction. The system appears robust because to obtain a inter-channel exchange
one needs tunneling with exponentially low probability. Actually we have an almost ideal
ballistic conductor and the only difference with the systems discussed earlier is that the
edge channels with different directions of the current do not overlap in space.

In a typical realistic situation, the contacts are out of local equilibrium and the measured
resistance depends on the properties of contacts. Consider for example, a situation when
the edge channel at the lower edge are in equilibrium at chemical potential Er, while the
edge channel at the upper edge are not in local equilibrium. Then the current at the upper
edge is not equipartitioned between N modes. Let f,, is the fraction of the total current I
that is carried by by states above Er in the nth channel at the upper edge, I, = f,I. The
voltage contact at the upper edge will measure a chemical potential which depends on how
it is coupled to each of the edge channels. The transmission probability 7T, is the fraction
of the current [, that is transmitted through the voltage probe to a reservoir at chemical
potential Er + d¢. The incoming current

N
L =Y Tuful, with ) f,=1, (14.3)
has to be balanced by an outgoing current,

Tout = %5< (N—-R)= %5€ZTN7 (14.4)
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since the voltage probe draws no net current. Thus the Hall resistance,

5Ch o
Ry=— = (; Tnfn> (; Tn> : (14.5)

The Hall conductance remains quantized only if f, = 1/N, or at T,, = 1. The first case
corresponds to local equilibrium, while the second case corresponds to an ideal contact.
The Landauer-Biittiker formalism forms the basis on which anomalies in the QHE due
to absence of local equilibrium in combination with non-ideal contacts can be treated
theoretically.

This is a simplified picture of the integer quantum Hall effect in the random potential.
The real life is much more complicated. In particular, there exists an extremely interesting
fractional quantum Hall effect, which manifests itself at fractional values of the filling
factor. We do not discuss this effect in the present course.

Role of localization

As we have seen, at H = 0 a 2D system with disorder should have its states localized at
all energies. However, only extended states are sensitive to the flux and can provide the
QHE. At the same time, ranges of energies with only localized states are needed to pin Er
there and have finite plateaus. Thus, introduction of magnetic field must delocalize some
states. As we have seen, extended modes appear near edges. However, extended states in
a magnetic field are present also in the bulk of the conductor.
To discuss this phenomenon let us recall the main relevant quantities. First, let us note
that the condition
wr>1, or re<l, r.=uvp/0,

for cyclotron motion is fully classical. In terms of quantum mechanical length, ay =
\/cH/eH the classical cyclotron radius r. can be written as

Te ~ kpa?{ ~ ag\ Erhw,. ~ aH\/N

where N is the number of full Landau levels. The weak localization regime corresponds to
the inequality
ag </l ,

while the intermediate regime where ay < r. while . can be comparable with ¢ also exists.
Strong magnetic field, w.7 > 1, r. < /.

As we have discussed, in a uniform electric field the drift velocity directed along [E x H]
appears, vy = ¢(E/H). This concept can be generalized for the case of a smooth random
potential V' (z) with does not change a lot on the scale of cyclotron motion. Then, it 7. is
much less than the correlation length d of the random potential, the guiding center moves
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along the equipotential line V(r) = V. If its orbit is closed and embeds the area A(V),
then the typical frequency is

O P S N
or |J va] H dv  H AA’
where dz is an element of length in the direction of the potential gradient. Such a slow

motion can be quantized for any Landau levels into locally equidistant levels with the
separation h0y. The area between two quantized orbits is given by the relation

HAA:%ZCDO; AA = 2ma? .
Thus the flux of H in the area per state in a given Landau level corresponds to a flux
quantum, as for free electron.

Let us assume that the amplitude of the random potential is much less than Aw,, so
there is no inter-Landau-level mixing. Then the potential energy of a properly quantized
levels should be added to Aw.(j + 1/2) for jth Landau band. The levels correspond to
the orbits running around the potential “hills”, or inside potential “lakes”. Both kinds
of states are localized. There is one and only one energy, E., (in 2D case) at which
the equipotential curves span the whole system (imagine filling up of the potential V(r)
“terrain” with water). The characteristic size of the orbit, &,, may be defined by the r.m.s.
of the area enclosed by the equipotential contours for the localized states. It must blow up
at £ — E.,

gpN‘E_EC‘_va v 2 1.

Such an orbit provides the way to transfer an electron between the edges.
There is also a very interesting intermediate situation when

ag K LLr,, or w.omT<XKI]1.

As was shown by Khmelnitskii (1984), even in this region QHE plateaus can exist which
are irrelevant to Landau levels.

14.4 Fractional Quantum Hall Effect

Fractional quantum Hall effect (FQHE) was discovered by the group of Tsui et Bell Lab-
oratories [31]. Using a high-mobility GaAs/AlGaAs heterostructures they observed quan-
tization of Hall conductance at filling factors v = 1/3 and 2/3 at very low temperatures
(below 1 K). Later more rich structure, as shown in Figs. [4.7 and [[4.§ at fractional
filling factors was discovered. It appears that only account of of Coulomb interaction leads
to understanding of the problem. Now the studies of FQHE belong to the most active
area of research. Below we shall provide a very brief sketch of the problems regarding
electron-electron interaction in magnetic field and FQHE.
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The fractional quan-
tum Hall effect. The Hall resisti-
vity (upper curve) of the in-
version layer in a high mobili-
ty AlGaAs/GaAs heterostructure
shows plateaus at magnetic induc-
tions B that correspond to the in-
dicated filling factors . At the
same filling factors, the magne-
toresistivity (lower curve) shows
minima
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Figure 14.7:

Few electron with Coulomb interaction

The role of electron-electron interaction is determined by the relation between the mean
free distance between electrons, r,, and the Bohr radius, ag = €h? /me2. At ry < apg one
can use the usual mean field description of interacting electrons, considering screening,
plasmons, charge density waves, etc. However, at r, > ap the interaction energy becomes
larger than the average kinetic energy. As a result, there exists a strong electron-electron
correlation, and the electrons tend to crystallize. It is known that magnetic field enhances
these effects.

To get some understanding let us start with more simple problem of few electrons
in a magnetic field. Historically, these studies appeared important because they led to
discovery of a new state, the incompressible electron liquid, that is believed to transform
into (Wigner) crystal at very low densities.

Two electrons. Let us discuss the case of 2 electrons in a very strong magnetic field,
fiw. > €*/eay. This inequality means that Landau levels are not mixed by the Coulomb
interaction (see below).

Using symmetric gauge, A = (—Hy/2, Hz/2,0)and introducing polar coordinates we
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Figure 14.8: Recent results on the fractional quantum Hall effect.

easily obtain zeroth approximation Hamiltonian
n? mw?p?  hw, 0
+ + =,
2m 8 21 Oy
0? n 10 N 1 0?
0 pdp PO

This Hamiltonian commutes with the angular momentum,
- h 0
R

Thus it is natural to classify the states using the eigenvalues Am of the angular momentum,
l,. The eigenfunctions have the form

N, . 2 2
nm_|m| jim _P ml [ _P
T ¥ exp ( 4a%1> Ly (2&%{) . (14.6)

|m
ag

Vrm (P, 90) =

Here n is non-negative integer, m is integer, L are Laguerre polynomials, while N, =
\/n!/272iml(Jm| + n) are normalization factors. The energy eigenvalues are

Ernpm = hweln + (Im| —m +1)/2]. (14.7)
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The lowest Landau level corresponds to n = 0, m > 0. The Coulomb energy for the lowest
state can be easily calculated as

e? T(m+1/2)
€ay m!

Ec = (0m|e?/er|0m) = . (14.8)

At large m is decays as m~/2.

Two electrons are described by the Hamiltonian
Ho(1) +Ho(2) + Hi -

It can be rewritten through the center-of-mass coordinate, R = (r; + ry)/v/2, and the
relative coordinate, r = (r; —ry)/v/2, as

Ho(R) + Ho(r) + Ho (rv/2) .

As a result, the center-of-mass motion is separated, and we look for a solution in the form

YU(R,r) = ¢(R)(r).

Now we are left with a single-particle problem for the relative motion.
Since the interaction energy is radially-symmetric one can look for a solution in the
form

Y(r) =R(r)e”™?

with odd m because of the Pauli principle [¢)(—r) = —¢(r)]. The radial Schrodinger
equation is easily written in the dimensionless units as
1d*R  1dR 1 (m? r?  «
—_——— 4+ = = — == =F 14.
2 dr? rdr+2<7‘2 —|—m+4 T)R R, (14.9)

where r is measures in units of ay, F is measured in the units of hAw., while dimensionless
interaction constant is o = v/2e?/eaghw,.. At large magnetic field this equation can be
solved perturbatively with respect to a. In the lowest approximation we obtain:

) hwe e T(m+1/2)

E(
Om 2 eay m!

. (14.10)
The energy of the center-of-mass motion must be added.
We find that the interaction destroys the degeneracy of the lowest Landau level. At

large m the correction decreases because the electrons are less sensitive to interaction at
long distances.
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Three electrons. For 3 electrons we can also strip the center-of-mass motion. It can be
done by the transform p = Or where

1/vV2 —-1/vV2 0
O=|1/V6 1/V/6 —2/V/6
1/v/3 1/V/3  1/V3

After the transform the interaction Hamiltonian can be written as

Mo — -5 <1+ 2,2 ) (14.11)
Te2\m e+ V3Bpsl  [V3py —p

Again, we can write the eigen function as a product

U(py, po; p3) = 0(P3)Y(p1, Po)

and in this way to reduce the problem to a two-particle one.

An important point is that the probability density must be invariant under rotation
about multiples of 7/3. The resulting Hamiltonian also commutes with the total angular
momentum, L. Then the states can be classified according to eigenvalues M of the orbital
momentum. It was shown by R. Laughlin that a proper complete set to diagonalize a
3-electron system can be written as

F ’ 2 2
im, m’) = 5 (20 +i20)%™ — (22 — i21)™] (27 + 23)™ e~ (R FHl=21D) (14.12)

Here z; = & + n;, €, eta are the Cartesian components of the vector p;/ay, F' is a normal-
ization factor. The states ([[4.12) are the eigenstates of the total angular momentum with
M =3(m+m').

To diagonalize the system one has to solve the secular equation

det |6(5mm5m/m/ — <mm/|Hint

mm')| =0.

The crucial point is that the basis ([4.1F) is an extremely good starting approximation
since off-diagonal elements of H,,, are typically at least 10 times less than the diagonal
ones.

The minimum angular momentum for which a non-degenerate solution exists is M =
3 (m =0, m' =1). The next solution corresponds to M = 9, it is combined from the
states (3,0) and (1,3). These states have the lowest energy at H,, = 0. The “charge
density” for the state with M = 9 is 1/3 comparing to the state with M = 3. Since the
angular momentum is conserved and the angular momentum corresponds to the area of an
electronic state, the 3 electrons are “incompressible”.
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Fractional quantum Hall states

It is impossible to diagonalize exactly the system of many electron states. An extremely
effective approximate guess was suggested by R. Laughlin which we shall discuss for the
case of very large magnetic field when only the lowest Landau level is important. The
single-electron states for that case can be written as

Np,
(r|0m) = m o me=la?/4 ,
ag

where z = x + 1y. The complete set of N-electron states with total angular momentum
M = Zf,vzl m, are the Slater determinants

N N
V(1...N)= (—1)P}_[1Nmuz;';“exp (—%;w?).

P(vi..vN)

Since the ground state in the independent band approximation is a combination of Slater
determinants, its general form is

N
U(l...N)= jllf(zj — 2k) €Xp (—% ; ’Za|2> :
There are several requirements to the functions f(z):

e The function f(z) must be a polynomial of z;

e Since W should be a Fermion state, f(—z) = —f(z);

e U can be chosen as an eigenfunction of the total angular momentum. Therefore, the
function f(z) has to be homogeneous.

The simplest choice is
flz)=2"", (n odd).

Thus the approximate wave function has the form
1 N
U(l...N) = E(zj — 2)™ exp (721‘2‘“’2) . (14.13)
j a=

The Laughlin state ([4.13) describes a liquid-like system. The two-particle correlation
function

N
gém)(Zz,Zg):/Hdrl/|\ll(1_”]\/')|2
v=3

at small distances is proportional to |z; — 23|™ that reflects the Pauli principle for the
electrons. The smallest possible value of m is 3. The total angular momentum is just
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M = Nm, while the area covered by the electrons is A = N(2rma?%). Thus the average
electron density is (27rma?;)~", and the filling factor is v = 1/m. To keep electrostatic
stability one has to add the positive background.

The estimate for the Coulomb energy for the Laughlin state can me obtained as

m N(N=1)e? [dr [ o
we =M [T o]

Because the correlation function decay strongly at small distances the incompressible liquid
state appears more stable than the Wigner crystal. An interesting fact is that the Laughlin
state appears the exact ground state for ¥ = 1/m in the case of contact interaction,
Hipe(r) o O(r).

As a consequence of the electron-hole symmetry it is easy to find the state corresponding
to the filling factor (1 — v) if the state for v is known.

Elementary excitations

Elementary excitation are important both for transport and dynamics. Changing of energy
of the electron system can be achieved by its compression, or, equivalently, by changing of
angular momentum while keeping the neutralizing background.

In other words, it means that new quasielectrons of quasiholes are introduced into the
state U, if v # 1/m. An introduction of a quasihole can be represented as

Uy =AY ()W (2. 2), AT(z0) = [[(z — =)

j=1
Let us estimate the effective charge of this excitation. The average area per particle which
is covered in the state with filling factor v = 1/m is (N — 1)(2rma%). It can be seen by
direct calculation of the integral. The corresponding charge density is
B —Ne N e
po= (N —1)(2rma2) ~  2wma2

Thus, each electron occupies the area with m flux quanta. Its charge must be compensated
by a positive background.

In the state ¥} the maximum angular momentum per particle is increased by 2wa%;.
This corresponds to the change in the charge density which is equivalent to the positive
charge +e/m.

Quasielectrons can be created in a similar way,

o = A (20) U (2. 20),  AT(z) = ﬁl (a% - zg;> .

Here the partial derivative acts only on the polynomial part of the wave function ¥, leaving
alone the Gaussian part. It can be shown that the effective charge of the quasielectron is
—e/m.
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The gaps between the ground and excited states were observed directly from tempera-
ture dependences of conductance. It appears that the quasiparticles can be considered as
particle with so-called fractional statistics — anyons. Very interesting collective excitations
were also predicted and observed experimentally by inelastic light scattering. H. Stormer,
D. Tsui and R. Laughlin were awarded by the Nobel Prize 1998 for their discovery of
FQHE.

However, the story is not over. Very specific features of Hall conductance were observed
at v = p/q where p, q are integers, both for odd and even denominator q. These features
were not explained by original theory by Laughlin. It appears, that at odd denominators
the electrons also condense in some quantum liquids. However, the properties of that
liquids differ significantly from those of the incompressible Laughlin liquid.

The above discussion is definitely not an “explanation” of FQHE. It just demonstrates
some basic trends in the field. More work has to be done to understand the whole physical
picture and to construct a proper transport theory.
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Chapter 15

Fundamental Properties of
Superconductors

15.1 General properties.

We review here the most important properties of superconductors which are definitely well
known. They are

e Zero resistance (Kammerlingh-Onnes, 1911) at T' < T.. The temperature T, is called
the critical one.

e Superconductivity can be destroyed also by an external magnetic field H. which is
also called the critical one (Kammerlingh-Onnes, 1914). Empirically,

H(T) = H.(0) [1 - (T/T.)"] .

e If the superconductivity is destroyed by a current the critical current is just the one
which produces the field H, at the surface (the Silsby rule). (This rule is not valid
for thin samples, see below).

e The Meissner-Ochsenfeld effect (1933). Magnetic field does not penetrate the sample,
the magnetic induction being zero, B = 0 (see Fig. [[5.1)). In many important cases
this effect can be not complete. We will come back to the problem later.

e To be more exact, the field does exist inside a surface region with the thickness
§ ~ 107° — 1075 cm where persistent screening currents flow. Empirical temperature
dependence of the penetration depth is

1

5(T) = 5(O>W

sod—o0atT — T,
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Figure 15.1: The Meissner effect.

The phase transition to the superconducting (SC) state in the absence of magnetic
field is the type II one. So, there in no hidden heat. Rather, there is a discontinuity
of the specific heat. Contrary, if H # 0 (i.e. at T' < T.) the transition is the type I
one.

The penetration depth continuously changes from the finite value to infinity at 7. It
means that the properties of electron system change also continuously. At the same
time, resistivity changes abruptly. One could imagine that electrons do not interact
with the lattice in the SC state. In this case one would expect great increase of the
thermal conductivity. Nevertheless, it is continuous at the transition point.

The last property which is very important is that electron contribution to the specific
heat behaves at low temperatures as exp(—A/kgT') that means that there is a gap in
the elementary excitation spectrum. But this gap is strongly temperature dependent
contrary to semiconductors. Indeed, it should vanish at the transition point.

There are other arguments in favor of the gap in the excitation spectrum, namely,
electromagnetic and sound absorption which has the threshold hw = 2A (because a
pair of excitations is created by a quantum), tunnel effect and so on.

As a result, one comes to the conclusion that it is a new type of condensed state.

The London Equation

In the following, it is convenient to use the local magnetic field h(r), the induction being
the spatial average of the local magnetic field, B = h. One can write the free energy as

f:/Fst+Ekzn+Emag

where Fj is the free energy on the condensed system, while Ej;, is connected with persistent
currents. If we denote

js = —nsev(r)
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with the density of superconducting electrons, ng,[j

1
D — 3 /nsmv2 dy.

The energy of the magnetic field is

h2
Emag :/ng

Then,
4
curlh :—st. (15.1)
c
As a result,
1
F=Fo+ 8—/(h2+5§\cur1 h|*) dv
T
with
mc?
= | F,d 0 =\ ———. 15.2
FO / s va L 471‘71862 ( i) )

At low temperature it is natural to assume that ny = n.. Then, for order-of-magnitude
estimates we get for 6, ~ 500 A for simple metals like Al and Sn (m ~ myg) and ~ 2000 A
for transition metals with large m.

Now we get the equation for h that provides the minimal free energy. We get

IF ! /(h - 0h+67 curlh - curl §h) dV = % /(h + 6% curl curlh) - Shdy

T 4r m

(the second expression is obtained by the interacting by parts, check!). As a result, for the
minimum we get the London equation

h + 4% curl curl h = 0. (15.3)

which should be analyzed together with the Maxwell equation ([[5.1]).

The Meissner effect

For the simplest geometry, Fig. [5.3, the surface is the (z,y) plane, field and current
depend only on z. We have

h + 67 curlcurl h = 0,
curl h = (47 /c) js,
divh = 0.

"'We assume that the velocity is a slow-varying function of co-ordinates.



312 CHAPTER 15. FUNDAMENTAL PROPERTIES
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Figure 15.2: The Meissner effect. Penetration depth.

1. If h || z, we obtain Oh/Jdz = 0, h = const. Consequently, curl h =0, j; = 0. From
the London equation, h = 0. The field cannot be normal to the superconductor
surface.

2. If h || x the equation div h = 0 is automatically met, and we get j || y. So, the

Maxwell equation is
dh  4m .

dz ?JS

and the London one

dj 2 h
djs _ nse b

dz  mc 62 4
The solution is
h(z) = h(0) e */°C .

Thus, we have proved the concept of the penetration depth. p



Chapter 16

Magnetic Properties of Type I
Superconductors

16.1 Thermodynamics in a Magnetic Field.

Consider a long cylinder with length L and a coil with N shown in Fig. [6.1].

hy

-

[

-

: — [\
: I

> t 1
! 1

- ! 1
! 1

- 1 i
I |
| |

‘r..._- rg T

Figure 16.1: Magnetic properties of a long cylinder.

1. In a normal state, the field is homogeneous

_ 4nNT

h
cL '’

h2
F, =mriLF, 2r—.
Ty + 7y 8

2. In a SC state 2
Fo=mraLF, +7(r] — TS)L8—.
7r
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Here we have neglected surface effects — penetration of the field inside the sample and
kinetic energy of surface currents (ro > 9).

Let us find the difference F),, — F;. At the transition the magnetic flux ® decreases. As
a result, the voltage V' is induced, the work being

* (N dd
/Vldt - _/ (_d_) 1dt.
n \ C dt
If we keep the current constant
NI NI 2
/VI dt = —(®, — ®,) = —mrgh = nroL—.
c c
In the equilibrium, at h = H,,

H2
fn—fsz/VIdt:ﬂrgLSC.

™

As a result,
2
F,—F, = A :
47

Now we can derive several important relations.
1. Let us fix the current I and change the temperature. The entropy

dF, dF
7 T
1 dH,
n — Ps — __Hc -
S0 =5 A~ dT
the hidden heat being
T dH
= n — Ps) — __Hc ¥ .
L=T(S, —955) e > 0

It is known that at 7" — 7. H. — 0 while dH./dT remains finite. We have proved that
at H=0 L =0 (type II transition). The specific heat step is

d 1 dH,\ >
—C, = |T—(S, — ——— T
Cn =G { dT(S” S"*)]TC 4w[ (dT>

This relation is confirmed by experiments.

Te

16.2 Penetration Depth

Relation Between the Current and the Field

It is very convenient to use the vector potential according to the relation

h = curl A.
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To make this equation definite one should chose the gauge and the boundary conditions.
Usually the gauge
div A =0, [A,, = 0]

sur face
is chosen. In such a gauge the current response is
. nge’
Js=— A (16.1)
mc
with
leJ :O’ [.]n = 0]surface :

The first condition is just the continuity equation while the second is met in the absence
of the currents flowing into the sample.

Eq. ([6.1) is valid if both the current and field slowly vary in space. As the same time,
if there is a gap A in the excitations spectrum the electrons in the layer

er— A <p2m < ep + A
are correlated. The width of the layer in the p-space is
5]) ~ QA/’UF.

According to the uncertainty principle, it means that the spatial size of the package is
hup

T A

(the factor 1/7 is introduced for convenience). The quantity (y is called the coherence

length.
We see that the London equation is valid at

Co

or > Co.

The materials with 6, > (y are called the type II superconductors. In this section we are
interested in the opposite limiting case, §;, < (o, for type [ materials.

To get the relation between the current and the vector-potential usually the Pippard’s
phenomelogical expression is used

R4

To get C' we apply this expression to the case of slow-varying vector potential. In this case
the potential can be considered as constant, and we should come to the London expression.

As a result (see Problem [16.1)

j(r) = C/ (AM—R)R e T/ qy’, R=r-r". (16.2)

2
O = s (16.3)

drmeCy

The exact result can be obtained from the microscopic theory and it is much more com-
plicated. Nevertheless, the Eq. ([[6.2) is a very good approximation and we will use it
extensively.
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Penetration depth.

The integration in Eq. ([6.9) is performed over the whole sample. Near the surface it is
obviously incorrect. One can use the following rule. Let us keep Eq. ([[6.9) but perform the
integration only over the points r’ which are accessible from the point r along the straight

line (see Fig. [[6.2).

Shadow

Superconductor

Figure 16.2: On the shadow effect.

The exact theory is very complicated for this case, and we will apply the model con-
siderations (Pippard).

Let us return to our geometry, Fig. [[5.2. Let the vectors A, j are parallel to z. If the
vector-potential would be constant near the surface one would obtain

nge’

j= AL
mc

In reality, A is not very small only in the layer with the thickness § < (y. Consequently,
one should multiply this expression by 6/(, to get

nse’ &

1= me G

Substituting this relation to the Maxwell equation ([[5.1]) we get
h(z) = h(0) e~*/°
with the following self-consistent equation for ¢

52 4rnge? &

— 8% = 62(,.

me2 (
The exact theory leads to the extra factor 0.62 it this equation:

5% = 0.62 6% ¢p. (16.4)
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Metal | 67, A [ ¢y, A 0w, Aoy, A
Al 157 | 16000 | 530 | 490-515
Sn 355 2300 | 560 510
Pb 370 830 | 480 390

Table 16.1: Values of § and (, for 3 metals.

As a result

5 @)”3 . <5L>2/3
— ~ = >1, while —~ (= < L
(SL <5L gO CO

There are several conventional ways to measure the penetration depth: by magnetic
susceptibility of small SC particles, or thin films. Another way is measuring the inductance
of a coil near the SC surface, or the inductance of a coil with long SC cylinder as a kernel
(the Kazimir method). The best way is study a cavity with SC walls.

Filed Penetration into Clean Metals and Alloys.
Clean Metals

Now we briefly discuss the experimental picture. It interesting to check the relation ([[6.4).
For clean metals one can obtain the ratio n./m and vp from the specific heat data and
calculate 07, while A(0) can be obtained from the similar measurements in the SC state,
so we can determine (y. The comparison is given in the table [[6.]].

Alloys

The idea to take impurities into account in the simplest way belongs also to Pippard. It is
just to introduce the facto exp(—|r — 1’| /¢) in the integrand of Eq. ([6.2) to get

j(r) = c/ (A@/;—;R)R exp [—R (% + %)] oV, R=r-r. (16.5)

This way was successful to explain many experimental results, in particular, on the alloys
Snln, Fig. [6.3. We see that the penetration depth increases with the increase of the impu-

rity concentration. Thus, Impure materials are type Il superconductors.
At 6 > ¢ one can integrate over R considering A(r') as constant. The result is

47 1

i(r) = ?WA@).

We returned to the London equation

nee® ¢

i(r) =

me o)
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Figure 16.3: The dependence ¢ vs ¢ in Snln alloys.

which leads to the penetration depth

5:5[,\/% at €<<(S, g(). (166)

Temperature Dependence of the Penetration Depth

As a prescription, the Pippards relations ([[6.2) and ([[6.5) remain valid at finite temper-
atures. One can retain the quantity (, obtained for zero temperature while the factor C'
becomes temperature-dependent. Near T

CxT,.—1T.

We will discuss this complete dependence after considering microscopic theory. People
often use the empirical relation given above which works relatively well.

16.3 Magnetic Properties of Samples with an Arbi-
trary Shape

Nature of the Intermediate State.

To discuss the penetration depth we have always used the long cylinder configuration which
provides constant magnetic field at the surface. To understand what happens for a sample
with an arbitrary shape let us consider a SC sphere with the radius a embedded in the
external magnetic field Hy, Fig. [[6.4. If the field is very low, we have the Meissner effect
and h =0 inside the sphere. To get the field outside one should write the Maxwell equation

divh = curlh = 0, h — Hj at r — oc.

Another boundary condition is

(hn)r:a =0
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I 4
Hy <3 H,

M He 3H‘:f}f‘

Figure 16.4: Field distribution near a SC sphere with the radius a.

(the field cannot be normal to a SC). As a result, we get the solution for the region outside

the sphere
3 0
h=H, + Hy=V <COS )

2 72

that is just the field of a magnetic dipole. At the surface, the tangential field component
is

(hg)r=a = gHO sin 6.

Thus, at the equator (6 = 7/2) hy = (3/2)H, and at Hy = (2/3)H, the maximal field is
just H.. What happens at

2
§HC < Hy < H.? (16.7)

In this region the normal and SC phases co-exist. This state is called the intermediate
one. It is clear that condition ([[6.7) is shape dependent. For example, in a very thin plate
intermediate state exists at any field H < H..

To study the system in more detail, let us consider the plate in a perpendicular magnetic
field, Fig.([6.5). We see the set in NV and S layers, the field at the interface being H,.. In
the N-regions h || z, i.e. divh = curl h = 0. As a result, h = const. In S-layers h = 0.

To keep the flux constant we should fix the fraction of SC volume to be

P=a Td,

Indeed, far away the field is homogeneous, h = Hy, and the flux is AH, where A is the
film’s area. Inside the film the total flux penetrated only the normal regions, the area
being A(1 — p) while the field is equal to H.. As a result,

Hy

AHy, = A(1 — p)H, =1-—
0 ( P) - p H.
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Figure 16.5: Field distribution in a plate embedded in a transverse field.

We cannot determine the thickness d,, ; from geometry consideration and need to discuss
thermodynamics.

Important Thermodynamics Relations

Now we introduce the most important concepts of thermodynamics to use them in the
following chapters.

Free energy

Consider a system consisting of the sample and external objects (coils, generators, etc.).
The energy of the electrons can be written as (we put the electron charge —e)

U:Z{% (pi+gA>2+Vi:| ‘I'ZVij-

i#]

To get the free energy one should add the entropy contribution—7'S. Thus
U-TS = / Fydy.
sample
Adding the magnetic energy [(h?/8m)dV we get

F = F,dV+ / (h?/87) dV. (16.8)
all space

sample
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Magnetic induction

In many cases, we will face the problems when the field changes at the scale Ax which
is small in comparison with the sample’s size. In those case it is convenient to introduce
magnetic induction B(r) as the average field at the distances > Az, but much less than
the sample’s size. According to this definition

B = h inside the sample
B = h outside.

From the local Maxwell equations we get

A
curl B=""3,  divB = 0. (16.9)
C

Magnetic field strength

Assume that the field h(r) has changed because of the variation of the currents in the coils.
As a result, the induction B should also change. Expanding the free energy in powers of
dB(r) we get

1
OF = yy /H(r) dB(r) dV (16.10)

where we have introduced the factor (1/47) just for convenience. The function H(r) defined
in such a way is called the magnetic field. Outside the sample

héh HB

— = h = B.
AT A

Consequently, outside the sample the thermodynamic field H is the same as the microscopic
field.

The definition ([[6.10) is rather formal. To understand its physical meaning we consider
the situation when no external currents flow into the sample. In this case

j = js +Je
where j. is the current density in the external coils, etc. We have

4
curl H =—j,. (16.11)
C

To prove this expression let us assume that the induction B(r) has the variation dB(r) for
the time dt. As a results, the electric field E appears in the external circuit according to

the Maxwell equation
16B

IE=———.
cur 5t
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This electric field leads to the work 6t [ joE dV upon the external currents, while the work
produced by these currents is

SW = —(St/jeEdV. (16.12)

On the other hand, it is known from the thermodynamics that for reversible processes this
work should be equal to the variation of the free energy, 0W = §F. Now we return to the

definition ([[6.10)

oF = 5t— Héd—]? dV——ét—/chrlEdV

= —§tﬂ/EcurlHdV—§tg/[ExH] ds

where the last integral is calculated over the surface of the whole system and it is equal to
the emitted energy. Neglecting the last term and comparing the result with Eq. ([[6.12)

we prove Eq. ([6.1T).

Thermodynamic potential at fixed 7" and j.

If both the temperature and field are changed
1
6f:—/H5BdV—S<5T.
47

To get the equilibrium at fixed T" and B one should minimize F.
Usually, experimentally both the external currents and the temperature are kept fixed.
To take it into account it is convenient to construct a special thermodynamic potential

g:f—i/B-HdV.
47

Consequently,

5G = —4i B-0HdV — SoT. (16.13)
I

Because div B =0 one can put B = curl A where A is the “macroscopic” vector-potential.
Then, after the integration by parts,

56T+5g=—i/curlA-5HdV ZL/A-CurléHdV:l/AﬁjedV.
47 47 c

This is just the potential which should be minimized at fixed 7" and j..
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Magnetization Curve in the Intermediate State

To get the magnetization curve B(H) let us calculate the G-potential for the sample. If
the magnetic field in a normal state if A,

B=({1—=ph,+p-0=(1—p)h,.

The free energy density is
H2
F=F,-22c 41— ph
8T
——
condensation energy

Here we dropped the interface energy at S — N-boundaries, as well as the field distortion
near the surface. Introducing B we get

2 2
pop P B
8t 8n(l—p)
Now
BH pH2 B2 BH
Bp—F-28 _p P _
G(B.p) 47 8t 8r(l—p) 4w

1. Minimization with respect to p :
|B| = Hc(1—p) = hn = H..
2. Minimization with respect to B :
B=H(1-p).

That means: i) B || H, ii) the quantity H is constant over the sample and equal to H..
These relation are equivalent to the conventional relation B =pH for a paramagnet. The
only (but very important) difference is that in SC it is non-linear.

The distribution of magnetic field can be obtained from the set of equations

divB =0,
curl H =0,
B

H=—H,
B

and usual boundary condition of continuity of B,, and H; (normal component of induction
and tangential component of the field.



324 CHAPTER 16. PROPERTIES OF TYPE I ..

Applications.
1. Force lines are the straight ones.
Proof. We have H* = HZ| so
0=VH?=2(H V)H+2 [H x curl H} .
0

Consequently, (H - V)H =0 - vector H does not change along the force line and it is the
straight one.

2. Field distribution in a sphere.

We chose z-axis along B and H, which are constant. We know that inside H = H.. Let us
denote B as By. Outside the sample

3
H-B=H,- H >V (COSQ)

2 r?
where H; is a constant. Then we apply boundary conditions:

Continuity of H; — (Ho + %) sinf = H,.sin6,
Continuity of B,, — (Hy — Hy) cos = By cosb.

As a result,
Bo = 3H0 - 2Hc,
H, =2(H — H.).
We come to the conclusion the fraction of SC regions in a sphere is
By 3Hy — 2H, H.— H, 2
P Hc Hc 3 Hc ; 3 e < o < He

The field at the equator and at the poles of a sphere is shown in Fig. [[6.0.

3. Critical current of a SC wire.

Consider a wire with the radius a, Fig. [[6.7 carrying the current I. The field at the surface
is H(a) =21 /ca. If H(a) < H. all the wire is in a SC state. So, the critical current is

At I > I, the surface is to become normal. On the other hand, in this case the current
would be uniform that leads to the condition H < H,. near the central part. Thus, we
conclude that the external part (at R < r < a) should be normal while the internal part
(0 <7 < R) should be in an intermediate state.
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Figure 16.6: Field distribution at the equator (1) and poles (2) of a SC sphere.

Figure 16.7: Field distribution in a wire.

At the boundary, at » = R, one has H(R) = H, and we get the condition for the
current inside the tube r < R
cRH. R

21
= — L = =I—<1.<lI.
CR_> ! 2 a

H(R) = H.

We come to the conclusion that the current I — I; should flow through the normal external
part. As a result, this current should produce a constant electric field E (remember: curl
E = 0). So, the central part cannot be completely SC. The picture of the intermediate
state in a wire is shown in Fig. [6.7.

Microscopic Structure of the Intermediate State.

Let us discuss the structure of the intermediate state in more detail. Consider a plate
shown in Fig. [[6.§ and placed in a perpendicular magnetic field Hy. Let us assume that
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3\

Figure 16.8: Microscopic domain structure.

the normal and SC regions form a layered structure. Our aim is to determine the widths
d, s of the layers.

The way is to minimize the free energy with respect to d,, s at given Hy. That means
the fixed flux through the plate and one has to use G-potential. If the interfaces are flat
and the surface energy is neglected

H? dy, H? d
]:——8 LLeE—i—S LLed d=d, + dj
—_——

%,_/
condens. magn. energy for h = Hy(d/d,,)
Now we come to the next approximation. We have to take into account

1. Creation of the N — S interfaces. We allow for the interfaces introducing a specific
surface energy

H2
==X A~ 10°—10* A.
8T
The corresponding contribution to F is

H? 2L,
veL, x (number of interfaces) = S—CAeLyT.
m

2. Deformation of the force lines near the surface. As shown in Fig. [[6.9, SC domains
become thinner near the surface. The energy "loss” is of the order ~ d2L, for each

interface. The total loss is = I p
¢ d2L —mUO (—s>

8t ¥ d d
where Uy is the dimensionless function which depends on the shape of the regions.

3. Magnetic energy is also changed near the surface which we take into account by
another dimensionless function Vj

H32 Lo, (dy
AL,
dVO(d)
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Figure 16.9: Domain structure near the surface.
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Let us consider the quantities p, and d as independent variables. As we have seen

earlier, for a macroscopic material

Hy
1—ps=—.
We fix the SC density p, according to this expression and get

H2

2\ d
F = Fmacro + 8_7_(0_€LxLy {7 + [piUO + p§<1 - PE)VO} } :

e
Minimizing with respect to d we get

e
d=\|—— o(ps) =

1 2 2 2
, = (20 + p2(1 — pP)Vi] .

2

The typical estimates are: for Hy/H,. ~ 0.7, ¢ = 1072, we get d ~ v/ \e. Taking ¢ ~ 1

cm, A ~ 3000 A, we obtain d ~ 0.06 cm.
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There are several methods to observe the domain structure.

1. Change of the resistance of a thin wire while motion along the sample’s surface

(Meshkovskii, Shal’nikov, 1947).
2. Decoration by ferromagnetic powder.

3. Optical methods (using Faraday rotation).

We have discussed a simplified picture. The surface domain structure is much more
complicated because of the surface winding (see the lower panel of Fig. [[6.9).

16.4 The Nature of the Surface Energy.

In the end of the chapter we discuss qualitatively the nature of the interface contribution

to the energy.
Consider two limiting cases.

1. o > 0. In our previous macroscopic treatment we have assumed the sharp N — S
boundary. In the N-region the thermodynamic potential G decreases due to mag-
netic contribution (H?/87) — (H?/4w) while in the S-region it decreases according
to the condensation energy as —(H?/8m). What is the difference if we come to the
microscopics? The new feature is that the superconductivity becomes ”spoiled” at
the distance ~ (, that leads to the loss of the condensation energy. Consequently,

A~ (o and v ~ (HZ/8m)Co.

2. (p < 0. The contribution discussed above is very small and we return to the Lonfon
equation for the field. We have h = H, in the N- region while h = Hgexp(—xz/d) in

the S-region. The G-potential has the form

g :/ ay
>0

The specification of the items is

H?> h* Hh 2 (dh
F, - & =

St st 8t 8r\dr

1 — free energy of normal phaseat H = 0,
2 — condensation energy of the S—region,
3 — energy of magneticfield,

4 — microscopic analog of the quantity — (BH /4w),

5 — kinetic energy of the currents.

We write the previous expression as

H2
g:/dv (Fn— C)+7A
8
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extracting the surface contribution. As a result,

o dh\” H?
= — de |h2+ 6% — ) —2nH,.| = —=<4.
T 8 0 v * (dx) ] 8w

We see that surface energy is negative. So the system ”"wants” to make as many
surfaces as possible. It is not surprising that superconductors with (; < ¢ have
specific magnetic properties. They are called the type II superconductors and we
will discuss these materials in the next chapter.

16.5 Problems

16.1. Derive Eq. ([6.3).
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Chapter 17

Magnetic Properties of Type II
Superconductors

17.1 Magnetization Curve for a Long Cylinder
Type II superconductors have the following general properties

1. The Meissner effect in a long cylinder is complete only in very weak fields, H < H..
The lower critical field H.; is much less than the thermodynamic field H. defined as

H2

I, — F, )
8

2. At H > H. magnetic field lines penetrate the cylinder. Nevertheless, even in the
equilibrium state the penetration is not complete. The flux ® is less than in the
normal state. It means that persistent currents still exist. Such a situation holds at
H., < H < H, where H,., is the so-called upper critical field which is much greater
than H..

3. At H > H. a macroscopic sample does not repel the flux, and B = H. At the same
time, at He < H < H3 a surface SC layer still exists, the thickness being ~ 103 A.
Usually, H.3 = 1.69H.. One can observe the layer measuring surface conductivity.
The physical reason is similar to the bubbles creation at the wall of the glass with
beer (see later).

The values of critical fields for V3Ga at T" = 0 are: H,; = 200 G, H, = 6000 G, Hy =
300000 G.

The temperature dependencies of the critical fields are shown in Fig. [7.1. Now we will
concentrate on the region H.y < H < H. with partial field penetration. Such a region has
been discovered by Shubnikov (1937) and is called the Shubnikov phase. Another names
for this region are the vortex state (see below), and the mized state (do not mix with the
intermediate state for type I SC). The magnetization curve B(H) is shown in Fig. [[7.2.

331
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Figure 17.1: Phase diagram of a long cylinder of type II superconductor.

In some experimental works people prefer to plot magnetization

M- H
4

(see Fig. [[7.3). It is interesting that the areas below the curves in Fig. [[7.9 are the same
for type I and type II SC (Problem [I7.1).

Now let us discuss the phase transition at H equal to the critical value H.; or H.,. We
start with H = H.,. According to experimental results,

M=

1. The curve B(H) is continuous at H = H.s.
2. There is no hidden heat while there is a discontinuity of the specific heat.

So we face the typical type II transition. Let us consider thermodynamics for this
transition. Let us consider two phases: the Shubnikov one 4, and the "normal” one, 7, in
which most of the sample is in the normal state (B = H(. We have

B;H
47’

G;=F,(T,B) —

the dependence B(H) is determined from the condition

0 H
O—BiFi(Ty Bi) - Ea (17'1)

o (9G:\ _ OF
too\or ),  oT

while the entropy is
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Figure 17.2: B vs H curves for type I (dashed line) and type II (solid line) superconductors.

Let the SC and normal state are in equilibrium at some field H* (in our case H* = H,y)

that means
Gi = Gj.

If there is no hidden heat the entropies should be also equal,
Si - Sj.

That leads to the continuity of the curve B(H) along the equilibrium line H = H*(T).

Indeed, we have at the line
dF;  OF; OF;dB;

ar ~ oT " 9B, dr

Using the magnetization curve ([7.1]) we obtain [dH = (dH*/dT")dT]
dG, __ _ BidH’
ar 7' 4w dT

Then, along the equilibrium curve (G; = G;) we have

Thus Bz = BJ
Now we can calculate the specific heat at given magnetic field as

0S;
Ci—T<aT>H.




334 CHAPTER 17. MAGNETIC PROPERTIES -TYPE 11

—4}1'M

Figure 17.3: Magnetization curves for type I (dashed line) and type II (solid line) super-
conductors.

As earlier, we express

dsS; [ 05S; n 0S;\ dH*
dar — \or ), \0H), dT
We should remember that along the magnetization curve

s, _ ds,
T dt

dH* [ (0S; 5,
GoG=Tr KaH)T‘ (a—HU |

The last part of the calculation is to express the derivative (05;/0H ), through magnetic
characteristics. We have

s\ ([0S 0B\ _  O*F (9B;\ _ 1 0H(B,T) (9B (17.2)
OH ), \0B;),\0H ),  0BOT \0H ),  4r OT OH ),

Then
dH* oH o0H dB
i (a—T)B * (aBi)Tﬁ (17.3)

dB _ dB; _ dB,
AT dT  dT

As a result, we get

where
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is the induction derivative along the equilibrium line. Substituting (0H/0T) g from ([[7.3)
into ([7.2) we get

9S;\ 1 dH* (0B; N 1 dB

OH ),  4m dT \0H ), 4rdT

oo T (d *T/0B; dB;
e (o) [(57), - (G )]
Consequently, if one knows both the dependence H*(T") and magnetic susceptibility (%) .
for both phases he can predict the specific heat discontinuity. Looking at the curves in
Fig. [7.] we see that C; > C};. This relation can be checked experimentally.

However one should keep in mind that it is rather difficult to reach true equilibrium
conditions in type II SC (see below).

Check of thermodynamic properties is very important to prove that you
observe the true bulk effects.

17.2 Microscopic Structure of the Mixed State

Physical Picture

The first important feature of type II SC is that the surface energy is negative (see Sec.
9.4). It is clear that in this case the system “wants” to form a fine mixture of normal and
SC regions, the surface contribution to the free energy being very important.

To get the physical picture we start with the case of a mixed state with small B
(H — Hyq < H.). One can imagine 2 types of the structure: thin layers (with the width
~ (), or filaments with the radius ~ (. One can show that at J. > ( the latter is more
advantageous, and we discuss it in more detail.

Consider an isolated filament (see Fig. [[7.4) which is called the Abrikosov vortex line
(Abrikosov, 1956). It has a core with a radius ¢ in which the density ng of SC electrons
decays to zero in the center. The magnetic field is maximal in the center while at r > ¢ it
decays as a result of screening by circular currents.

As we will see later, the structure of the core is not important for many applications,
at least at . > ( (the core’s characteristics usually enter under the sign of logarithm).
According to the results both of the experiment and the theory (we will discuss it in detail),
the magnetic flux through a hole in a massive SC in quantized:

h
& = kd, | @0:;—:2-107G~cm2.

e
Thus, we can expect that the magnetic flux

q):/h~dS

is equal to ®¢ (maximal mixing in the system). The condition ® = &, determines all the
structure of an isolated line at 6. > (.
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b

Figure 17.4: Structure of an isolated filament in a type II superconductor.

Properties of a isolated vortex line.

Because we are interested in the case d. > (, let us neglect the core contribution to the free
energy. As was shown in Sec. 8.1.1, the contribution of an isolated line can be expressed
as .
F=_— / [h? + 6% (cwrl h)?] dV. (17.4)
8 r>(¢
We are interested in the linear tension, i.e.in the value of F for a unit length. Outside the
core the field is determined by the London equation

h+ 6% curlcurlh =0, r > (.

The presence of the core we take into account as a boundary condition at r — (.
Because 9. > ¢ we can express it introducing a J-function source in the London equation

as
h + 6% curl curlh = z & 6,(r) (17.5)

where z is the unit vector directed along z-axis. To prove this assumption let us integrate
the Eq. ([[7.5) over the area of a circular contour with the center at the axis and the radius
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r. Using the Stokes theorem we get

/h-ds+527§cur1h~d1:<bo.

The first integral in the Lh.s. is just the magnetic flux through the contour. Remembering
that

c
j=-—curlh
! 47Tcur

we see that for r. > ¢ it is possible to neglect the contour integral. Thus we prove that
the total flux is equal to ®,.
Now we will find the structure of the filed. It is easy to calculate it for

(Kr<é.

Indeed, one can neglect the first integral in the L.h.s. of Eq. ([7.5) and get

oh Dy 1
67 2mr| curlh| = @y — |curlh| = —5 = ﬁ;
As a result,
) oL
h=—5(In—+const |, (K<r<yJ.
2707 r

In principle, one can find exact solution of the London equation ([[7.5) together with
the condition div h = 0. It has the form

h= 20 K, ( T) (17.6)

B 2107 oL

where K is the Bessel function. Comparing the exact solution ([[7.6) with the asymptotic
one we get: const =0. The large-distance asymptotics of the field, according to ([7.6) is

o oL _
h= \ == >
2162\ 2r c >

Now we can easily calculate the free energy. After integration of the second term in
the integrand of ([[7.4) we get

2
F = g—L/[hxcurlh] ds
m

where the integral is to be calculated over the surface of the core (the cylinder with the

radius ¢). We have

5 TR
F= 8—7TZ7TC h(¢)| curlhl,_. = (ﬂ—) In—. (17.7)
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Discussion of the last formula.
1. F is only logarithmically dependent on (.

2. F is proportional to ®3. Consequently it is more profitable to create 2 vortices with
the flux ®, that one with the flux 29,.

3. We can rewrite the formula for 7' = 0 using the expression for ®; and the relations

(see below)
hUF H2 1
=— <= A%(0 17.8
= Zxte g = ol A0 (178)
which follow from the BCS microscopic theory. We get
7T2 H2 (SL
F=——h—=.
3ar T

Now we can compare this energy with the core contribution which is of the order

HQ
5fcore ~ < <2-
81

We prove that the core contribution appears small in comparison with the one due
to the supercurrent.

Isolated Vortex in a Slab
Now we discuss the properties of the isolated vortex in a thin slab (d < ) (Pearl). Inside
we have the London equation

452
h+ L curlj = z By(r).
&

It is convenient to come to the vector-potential A,
h=curlA, divA =0.

We have g2
L= F (17.9)

A+

where in the cylindric co-ordinates
)
E=F, =0, F=-—2
27r

Now let us average Eq. ([[7.9) over z-co-ordinate. Because d < § the quantities A and F
are almost z-independent. Denoting the total current as J = jd we get
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To solve the problem we need the field distribution outside the slab. We can make calcu-
lations assuming that we have a plane with the current Jé(z):

1
curl curl A :4—7r.] :%(F —A)§(z) = VPA+—(F — A)d(z) = 0. (17.10)

(& eff 6eff

To get the last equation we used the London gauge (curl curl A = —V?A).
To solve Eq. ([[7.10) we introduce Fourier components

Agi= [ A(s2)d @ qy - Ag=— [dkAgy = [ A(s,2)6(2)e' ™ dV,

™

F, = /F(s) §(z) e dY = i% [z x q] . (17.11)

where s is the in-plane co-ordinate. We come to the very simple equation

1 1
_(q2 + k2>Aqk + —Aq=—Fq
6eff 6eff

We can find Ay from this equation and then substitute it to the definition ([7.11]) of A4.
The result is

1 1 1 1
Ag=— [ dk——= —(Aq—Fq) = —(Aq — Fq).
o= e [ W e (e Fa) = - (Ag = Fo)

Finally,
1

A, =—F,
4 1+2q6eff 4

Now we know everything: the current

c 1 & 2q(scff
Jo=——Fq—Ay) =
T Ar §eﬁ‘< 4 q) A0t 1 + 2q0e v
magnetic field:
hy =i[q X A _ %0
=1 = Z.
4 4 4 1 + 2q59ﬁ

Small distances correspond to large q (¢ders. > 1). We have
o, P 1

z2q ~ — N, =~ .
2q0eft 470 T

For large distances (g < 1)

c cPyilz X q] c®y
Jq & 200t Fq = — J(r)=——=,
D Ao 10efi T 2 q —J() 42p2
Amdeg 1 d 2 Oplerr
h,(r) = — -— (Jr)~ — )
(r) c rdr( ) w3
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The free energy of the vortex is
o\° 1 | 5
() ane
It is important that the vortices in a slab have long range interaction. Indeed
Fip = % [z x J(Ri2)] < Ry,
the interaction (repulsion) energy decays only as R, .

Interaction between Abrikosov Vortices.

Now we return to the bulk material and consider interaction of 2 vortex lines parallel to
z-axis. We have

h+d2curlcurlh = z @ [65(r — 11)+02(r — 13)] .

Its solution is a superposition of the two fields

h(r) = hy(r) + ho(r), hi(r) = 22;{;(;% K, (!r ;Lril) .

As usual, the free energy is
52
F = —L/[h x curl h] dS
8T

where one should integrate over the both cores’ surfaces. As a result, the energy is

2
E = g—fr [(h1+hy) x (curlhy + curl hy)] (dS; + dSs).

One can separate the 2% = 8 items into 3 groups.

1. Sum of the free energies of separate lines

52
2F :8—L [/ [hy x curlh;| dS; + / [hy % curlhy] dSs| ,
T

2. Item
/(h1+h2) . ([curl h1 X dSQ] + [CllI'l hg X dSl])

which is small at ( < ¢, (currents and fields remain finite at the axis of the opposite
vortex),
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3. The interaction energy

Uy = g—% {/ [hy x curlhy] dS, + / [hy x curl hy] dSl} .
Using the relation o 1
|curl h| = 27?%?
we get
thy = ok, b = ('“5_;2') .

We see that lines repulse and the interaction energy decays as Rf;/ 2 exp(—Ri2/01) at
long distances and behaves as In |,/ R12| at small distances.

Interaction of a Vortex with a Surface

Now we discuss an important problem - interaction of a flux line with the sample’s surface.
Assume that we have a vortex line directed along z-axis and parallel to a plane surface (yz
-plane), the external magnetic field being H. Let SC occupy the semi space x. > 0. The
London equation for the problem is

h+6%curl curlh = z®ydy(r — ry)
where r, = (zr,0) is the "line co-ordinate”. The boundary conditions at the surface are
h=H, (curlh), =0, atz=0

(the second condition is just the vanishing of the current normal to the surface). We search

solution as
h=h;+h,

where h; = H exp(—x/d) is the penetration of the external field. The field hy is due to
the vortex. It can be calculated with the help of the image approach.

Let us add the auwiliary image vortex placed at the point T, = (—x,0) with all the
currents flowing in the opposite directions (mirror image), Fig. [7.5. It is clear that the
sum of the fields produced by the both lines meet the boundary conditions. Thus we can
prove that the field hy is equal to this sum.

The resulting London equation becomes

h+67% curlcurlh = z®g [55(r — r1)—0o(r—T1)]

and the total field is

3 d v —rp| lr—7p|
h=He /' + 2 |K — K :
T { ’ ( oL ) " ( oL




342 CHAPTER 17. MAGNETIC PROPERTIES -TYPE 11

Figure 17.5: On the mirror image approach.

Then we go along the old way. The G free energy

2 | 52 .
G- /dV {h + 67 ( curlh) ~h H]
dr

We are interested in the energy per unit length. This integral is evaluated on the total
volume of the sample (z. > 0) excluding the core region.
Transferring to the surface integral we get the first contribution

52 |
0g = = dsS —-h—-H | x curlh| .
4m S1+S2 2

where Sy is the core’s surface while S; is the sample’s one. We denote the corresponding
contributions as G; and Gy. As usual, at ( — 0 the main contribution to S; is the diverging
part of curlh and

Dy [1
=— |- —H|.
9= {2h(rL) }
The second contribution can be written as
52
Go = dS [hy x curl h]
8w

because at the surface h, = 0, h; = H. Now we can split the field as h = h;+h, and
consider the part, proportional to [h; x curlh;] as an additive constant which is present
in the absence of the vortex. The remainder is

52

Gy = 87?/ dS [h; x curlhy].

To get the result, we do the following trick. The integral could be rewritten as

/Sz /Sl-i-SQ /Sl
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According to the London equation

/ dS [hy x curlhy] = / dS [hy x curlhy]
S1+Ss S1+S2

We can see that the integral is very small. Indeed, at the surface S; the field h; is non-
singular while at the surface the field hy is zero because of the boundary conditions. As a

result,
5?2 P
Gy = 8_; /S dS [h; x curlhy] = 8—72h1(1‘l)-
The result is

P 1
Q :4—72 [H 671/(& —+ EhQ(rL) —H].

It is clear that G = 0 if the line is at the surface (hy = 0). Now we should remember that
the field hy consists from the initial and the mirror fields. The first contribution leads to
the free energy of a isolated vortex

o q)OHcl

g 47

while the second is just the interaction energy between the line and the image

P d
—8—0h(2xL) with  h(r) ° Ko (L) :
m

~ om0\,

The final result is

@ 1
G=—"1|He™* — —h(2x,)+ Hy — H| .
47 2

The graphs of the function G(zy) for different H are shown in Fig. [7.6.  In these
graphs the magnetic field is measured in units ®y/4wd%. We see that at finite magnetic
fields a surface barrier appears (Bean-Livingstone barrier). This barrier is a consequence
of interplay between the tendency to penetrate the sample and attraction to the image
"antivortex”. The barrier is very important for the real life and should be taken into
account interpreting experimental results.

17.3 Magnetization curves.

Now we discuss the magnetization curves for type II SC. The free energy is
BH
G=n, F— Zuij - (17.12)
Z7]

where ny, is the density of vortex lines, B = n;®,.
To make explicit estimates we separate 3 regions
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Figure 17.6: Surface barrier in type II superconductors.

1. Small B (n;d6? < 1) where only nearest neighbor’s interaction is important.

2. Intermediate B (npd?. > 1) where there are many vortices inside the interaction
region.

3. High B where n;(? ~ 1 and the cores overlap.

The Lower Critical Field H, ;.

To get H., one can neglect interaction at all. We have

F H
G~5(7 - 4r)

The bracket vanishes at H = H. = 4nF/®o. Indeed, at H < H. the free energy G
increases with the increases of B, so the equilibrium value is B = 0. At the same time, at
H > H_ there is a possibility to get a minimum at B # 0. Consequently, we get

47Tf_ q)() 1 5L

Hay= 1" = .
YT, T ame ¢

(17.13)

Making use of the relations ([7.§) we get for T'=0

HCI:—W @lna—L
H. 2401 (o

that is usually < 1.
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The vicinity of H..

Repulsion of vortices becomes important and one should use the general equation ([7.12).
A detailed calculation show that for all the values of B the most stable is triangle lattice
vortices (see Fig. [[7.7]). Taking into account that only nearest neighbors are important

o O
O O
D o N
D § O 4
\ /
Figure 17.7: Triangle vortex lattice. Solid lines correspond to constant values of n.

B 1 @ d
~ N Hy—Hy =22 i ()],
O~ o |a— "4 5555 °(5L)}

where z is the number of nearest neighbors (z = 6) while the lattice constant d is determined
from the relation

we get

2 %
V3 d

The result of calculations according to this scheme is shown in Fig. [7.§. We see the

B =n; b, = (17.14)

g

pd

| BelH) 8
\\
He, = H ) N

& \\

Figure 17.8: Dependence G vs. B.

minimum which corresponds to the equilibrium value of induction B for a given H. The
magnetization curve calculated from this model, as well as experimental results for the
alloy More are shown in Fig. [[7.9.
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Figure 17.9: Magnetization curves for the vicinity of H.. Crosses - experiment, dashed
line - calculations for a laminar model.

Intermediate magnetic fields.

In this case one should sum interaction energies for many vortices and we discuss the way
to perform calculations. We start with the London equation

h—i—(ﬁcurl curlh = z®, Z da(r — ;)

where the sites r; form a 2D periodic lattice. Introducing the primitive cell we get the
Fourier component

h,, = nL/ h(r) e™ d*r.
Cell

Certainly, hy, # 0 only for the vectors proportional to the reciprocal lattice vector. From
the London equation we get

. nL(DO

1+ m26%

m

Then we writell

1 1
F = 8—/ [h? + 6% (cwlh)?] d*r = = Em: h2 (1 +m?57) =

A

B? 1 B B2 1
= o 2 e 8 ar 2 s
m L m#0 L
The minimal value of m in the last sum is of the order 1/d ~ /ny Thus, in our region
m?d7. > 1 and we can drop 1 in the denominator. The sum ) m~? depends only on
the properties of the lattice. To get an estimate one can replace the sum by the integral

_2 [N —2 R —2 = — 3 = ln
m (2m)2nyg, m 2mng, m 2mny, Monin

Z 1 1 1 d*>m 1 i mdm 1 Mmax

m##0
'We calculate the energy per 1 cm.
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with Mmax ~ 1/d, Myin ~ 1/¢. Finally,

B2 BH, In(Bd/C)
8t 4w In(6,/C)’

F= B =0.381 (trianglelattice, exactsolution).

Then, as usual, we put 0G/0B = 9 (F — 22) /0B = 0 and obtain (we should not forget
that B is related to d according Eq. ([[7.14)

In(3'd/()
In(o./¢)’

This result is in a good agreement with the experiment.

H=DB+H, 8 =B/ Ve.

High field region

In this region where cores overlap our approach is definitely not sufficient. We return to
this region later after the analysis of the Ginzburg-Landau theory and show that the upper
critical field has the order ®q/¢?.

17.4 Non-Equilibrium Properties. Pinning.

General Properties. Pinning.

It is clear that people are interested to fabricate a SC which is able to carry large supercur-
rent and, consequently, superconductivity should exist in a high magnetic field. We know
that in type II SC the upper critical field can be very high. At the same time, the question
arises:

Is the mixed state superconducting?

Indeed, in a magnetic field a force should act upon the vortices and leads them to move.
But moving vortices should produce non-steady magnetic fields and, consequently, energy
loss.

To make the estimates assume that there is one vortex with the current j and the exter-
nal current density is equal to j°*, the total current being j + j**. Assuming that the corre-
sponding contribution to the free energy is nymv?/2 = (nsm/2)(j/nse)* = (4w /c262)52/2
we get for the interaction energy

Z/l:4—7r/je’”~jdv.

252
c205

Then we remember that j depends only on the difference r — ry; (where r is the 2D co-
ordinate in the plane perpendicular to the line). The force is

x Z/V’m@r;k Z/dvzé’r

F=—
T’Lk
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_ -exr %_ 6jk? -ex%
_;/dei <8rk aﬁ>+;/dwi o

The last item vanishes because by integration by parts we get divj** = 0. Thus

A7
22

/[jw x curlj] dV.

Substituting the expression for curl j we get

o
fr, = — [ x ]
c
for a separate vortex. The total force acting upon the vortex structure is just the Lorentz
force .
F,=-[j* xB].
c
Now let us assume that a vortex moves with a given velocity v and there is a viscous
braking force
f,=—nvyp.
As a result of force balance,
=
We see that v, L j** L B. According to the laws of electrodynamics, such a motion produces
the electric field

[.ex

Vy, XZ].

1 ®yB
E=-[Bxvy]=—5j"
c nc

We observe the Ohm’s law with the resistivity

®yB
p=—"
nc

If we assume that at B = Hee p = p, (i.e. to the resistivity of the normal phase) we get
OoH o B
_)

PnC?

HC: :n
n(Hez) P= g

c2

This expression is only a very rough order-of-magnitude estimate. In fact the viscosity 7
is a very complicated and interesting function of both the temperature and magnetic field.
From this point of view we get the conclusion that the superconductivity is destroyed at
H=H,.

Fortunately, this statement is wrong. In real materials there is pinning, i.e. the vortices
become pinned by the defects. One kind of pinning is the surface barrier we have discussed
earlier. It is clear that large-scale defects with size greater than ¢ should be very effective.

To get a simple estimate let us consider a cavity in the SC with d. > (. Suppose that
the core is in the normal state that leads to the extra energy ~ H2(? per unit length. If the
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vortex passes through the cavity, this energy is absent. Consequently, there is attraction
between the line and the cavity the force being of the order

fp ~ H?C

(we have taken into account that at the distance ~ ¢ the vortex collides with its image).
Combining this expression with the expression for the Lorentz force we find the critical
current density able to start the motion

c

oL

(we have used the relations f; = j*®q/c and H, ~ $q/.().
This discussion is oversimplified for many reasons.

chHc

e The pinning force acts upon a small part of the line while the Lorentz force is applied
to the whole line.

e Vortices interact, and one should take into account the deformation energy of the
lattice. So the problem is collective.

e It is not clear in general case what is the external current distribution inside the
sample because the critical current is B-dependent. This property will be discussed
in more detail in the following section.

As a result, the pinning is a very complicated property, and it is not completely under-
stood today (especially for high-T, materials).

Fluctuations, Flux Creep

One can imagine that at very j < j. the resistance is zero while at j = j. the resistance
appears in a step-like character. This statement is wrong at finite temperatures. In fact,
pining centers create a potential profile for the vortices which can hop between the valleys
due to thermally activated fluctuations. As a result, the resistance becomes finite (but
exponentially small) at any finite temperature. This phenomenon is called the flux creep.
In other words, the true critical current is zero at any finite temperature. That is why one
should be very accurate in interpreting relevant experiments.

One of the consequences of the creep is dumping of the ”persistent current”. In practice,
for many materials it can be not so important.

Another consequence are current instabilities. Assume that at some region a bunch
of vortices hop from one position to another. Immediately this region becomes heated
that leads to decrease of the critical current. As a result, the heating increases. Those
instabilities are extremely important for superconductor engineering. The typical way to
fight with them is the thermal shunting (composite materials).

The theory of creep and thermal instabilities is very complicated, and we do not discuss
it in detail.
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Critical State at 7' = 0.

In this section we discuss a very popular simplified model to treat the external current
distribution in a type II SC - the critical state model.

Suppose that the SC is in a mixed state with the field H||z. In the equilibrium the
vortex density is constant and equal to B(H)/®q. If we come to a metastable state

e the vortex density is position dependent,

e there is the macroscopic current

. ¢ 0B
I e

Now let us discuss the interaction forces. The first type is the repulsion one, we can
describe them as a pressure p in the 2D vortex system. The total force acting upon the
unit volume is —dp/dx. Another type is the pinning force which has the maximal value
Q- the necessary condition of the mechanical equilibrium is just

dp

—| < .

ox| —
The critical state model uses the condition

dp

— | = am

ox

to determine the flux distribution.

To be more precise, we estimate the force from the thermodynamic considerations.
Consider a piece of the xy-plane with the area S having N vortices (the external field is
parallel to z-axis). We have

5g) =-C-552

oG oG
g = 5G, p=—< )
N 85

At the same time, B = N®,/S, and

as __db
S B
As a result 56

Inserting the definition of the .thermodynamic potential G

G(B) = F(B) — i—f
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and taking into account that in the equilibrium

oG OF
9B 0 — H(B)= 47T8—B
we get (Problem [17.3)
dp B OH(B)
97~ 1r Oz (17.15)

In the most important cases at Heo. > H. > H. we have H(B) ~ B, and

op  BIB By,

CO0r Amdr ¢
In this case the current distribution is given by the equation

B9B| _|Bi,

C

=, at H(B).> H,.

To solve the problem one needs the dependence «,,(B). According to Bean’s model This
dependence is linear and j,=const. According to the Kim-Anderson model the quantity
Q,, is B-independent. The profiles of the magnetic induction for both models are shown
in Fig. [7.10. Usual ways to study pinning is to observe the penetration of slow-varying

Figure 17.10: Magnetic induction profiles for the Bean and Kim-Anderson models.

magnetic field in a bulk or hollow cylinder.
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17.5 Problems

17.1. Prove that the areas under magnetization curves are the same for type I and type
IT SC with the same H..

17.2. Derive Eq. (I7.15).



Chapter 18

Microscopic Theory of
Superconductivity. Basic Concepts

18.1 Phonon-Mediated Attraction

The first important motivation to study electron-phonon interaction was discovery of the
1sotopic effect, i.e. the dependence of the critical parameters on the atomic mass

T.oc M™%, H,oc M™YV2.

Relying upon this fact the concept of phonon-mediated electron-electron attraction has
been introduced (Frélich, Bardin, 1950).

To understand what happens let us discuss the scattering process shown in the left
panel of Fig. [81. The amplitude of this second-order process is

-hk  p,+hk p, -tk p,*hk

Figure 18.1: Electron-phonon processes.

Val?
€1, — Ek—q — IWq

Vq = Vk—q,k-

353
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One should also add the amplitude of the process with phonon absorption shown in the
right panel,
[Val?
€k — €kit+q — hwq

We have taken into account that w_q = wq, |V_q| = |Vq4|. If we take into account the
conservation law

51<1-|-5k2:€k'1—i-6k'2

we obtain

B 2|V [*hwq
(hWQ>2 - (81(1 - 8k1*<1)2

Remembering that
Pr

vVnm

we get the following expression for the total amplitude

Vy ~ i

h (hwg)®
prmy (h‘"}q)2 — (6, — 5k1—q>2.

At |ek, — €k, —q| K fiwq this amplitude is negative, and k-independent. Thus it is equivalent
to a short-range attraction. Another feature is that it is the interaction with the total
orbital moment equal to 0 (it is independent on k -direction). Consequently, the wave
function should be symmetric with respect to the interchange of the electron co-ordinates,
But, at the same time, electrons are Fermi particles, and the total wave function should be
antisymmetric. Thus the spin wave function should be also antisymmetric, i.e. the spins
should be opposite. It is the only way to meet the Pauli principle. It is clear that phonons
with maximal ¢ are most important (density of states increases with ¢). Consequently we

can say that electrons within a thin layer ‘51(1 — & | hwp near the Fermi surface attract,

that in the momentum space means Ap ~ hwp/vp
Let us find a typical spatial spread of the corresponding quantum state from the un-
certainty principle

Ar ~ h/Ap ~ vp/wp ~ (vp/s)a ~ ar/ M/m.

Thus, phonon attraction is a long-range one, its order-of-magnitude estimate being 1 /mpp.
At the same time, there is Coulomb repulsive forces. It is a short-range one due to screening
and it can be written as

626125(]:'1—1'2).

The ratio is

e?a? e?

h3/mpp ~ hop
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Actually, this is a very rough estimate, and in real metals the contributions to the interac-
tion differ strong enough. It the following we neglect Coulomb effects and will model the
interaction as constant —\ where

R3 1
mpr  g(€r)

in the interval
EF—hM)q<€<€F+hu)q

and A = 0 outside this interval (the so-called BCS model).

18.2 Cooper Pairs

Attraction does not mean formation of a bound state. Indeed, in 3D case the bound state
is formed only if the potential is strong enough. The situation in 1D case is completely
different: one can form a bounded state at any attraction strength. At the first glance, this
model has nothing to do with the real life, but L. Cooper (1956) was first to understand
that it is the case. Unfortunately, his original paper had a mistake and we shall follow the
correct derivation below.

To start, let us reformulate the quasiparticle concept which has been used for normal
metals. We know, the electron states near the Fermi surface are very similar to ordinary
particles, they decay very weakly. Thus, it is natural to use the Fermi level as the origin
of the energies. As a result, we can classify the particles with € > ep as particle-like
excitations. We write their energies as

2 2
e b p
f()z%—ﬁ ~ vr(p — pr).

The excitations with € < er behave as anti-particles (or holes). It is conventional to write
their energy as
) _ e PE P
£ ==& —%_%NUF(pF_p)
to have positive energy. As a result, one can describe the quasiparticle spectrum in a
normal metal as
¢(p) = vr(p — pr).
This spectrum is shown in Fig. [8.2, the right branch corresponding to particle-like ex-
citations while the left branch - to antiparticle-like ones.  One should remember that
anti-particles have the electric charge of the opposite sign.
Consider the interaction of 2 quasiparticles with the same |k|. The SE is

[Ho(rl) + Ho(rz) + U(I‘l, 1'2)] \1/(1‘1, I'g) = E‘I’(I‘l, I‘Q) (181)
where Hy(ry) is the free quasiparticle Hamiltonian

Ho(r1)vi(ry) = [Ex|vn(ry)
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Figure 18.2: Quasiparticle spectra in normal (solid line) and SC (dashed line) states.

[for free particles ¢y (r1) = (V)12 exp(ikr,)].

In the ground state both the total momentum and total spin should vanish. As a result,

one can construct the wave function as

U(ry,ra) = Yt (r) v i (r2)

k

(18.2)

where arrows mean the spin projections. Substituting ([[8.9) into Eq. ([[8.2) we get (Check!)

the following integral equation

2[&klex + Z Ui cw = Eck.
k/

To solve the equation we use the model

I _{ —)\, k’F—wD/UF<|k|,|k’|<kp+wD/vF
kk/ pr—

0, outside the interval .
Denoting
k' |=kp+wp /vE
S et
|K'|=kp—wp /vp
we get
A
x=—"—.
2[&| — E

Substituting this equation into Eq. ([8.4) we get the self-consistency equation
X' |=kp+wp /vE

Vi
I = _
Z 2|6 — B

|K'|=kr—wp /vp

(18.3)

(18.4)
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Now recall that we are interested in a bound state with negative energy. Denoting £ = —2A
and transferring the sum into the integral we get

1= /\g<2€F) In (RZD>

(the factor 1/2 is due to the fact that we sum over the states with one spin projections
while g is defined as the sum over spin projections) or

A = hwp exp {—ﬁ} | (18.5)

The exact calculation has an extra factor 2 which is due to the fact that all the matrix
elements are to be calculated in the renormalized state (see below).
Let us discuss Eq. ([8.3).

e As we have seen, A\g(er) ~ 1. Actually, this product is small enough to make A <
hwp.

e We see that A # 0 at any interaction strength. The reason is that we have integrated
only in the vicinity of the Fermi surface. Indeed, our rule

[ =25 [

e We see that presence of the Fermi surface is very important. So we can suspect that
its temperature smearing will strongly influence upon superconductivity.

corresponds to 1D problem.

18.3 Energy Spectrum

Now we come to a more detailed calculation. For this we need to minimize the free energy
with respect to the wave functions. To do this we need to calculate the ground state energy
for attracting electrons.

As we have mentioned, it is convenient to come to the quasiparticle description. Then
means that we will keep the chemical potential e fixed as the origin of the energy reference
frame. Technically, we transfer the Hamiltonian to H—ep N where N = Zka aTkaakU is the
operator of number of particles.

We have

A
— T Tt
H—epN = Z Exay Oy, — v Z Qjer 1 Oigy | Oy Gy, 1 - (18.6)
ko ki +ko=Kk] +kb
ki £k,
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All the sums are calculated over the thin interval ~ hwp near the Fermi surface. Now
we come to a very important point - introduction of quasiparticle operators. In a normal

metal we can define
at p > pr: ko = Oy,
at p <prp: Gk, = ocT_k_U

where a(a') are the quasiparticle operators. The physical meaning is transparent: annihi-
lation of an electron below the Fermi surface is just the same as creation of a hole with
opposite values of momentum and spin.

In a superconductor, the ground state is more complicated, and the simplest way to
calculate the spectrum is to use the Bogolyubov transform

Ak = UkOky + UkaT—kl?
k| = UkCQxk| — UkOéT_kT.

Note that this transform conserves the momentum. Then we use the coefficients uy, vy
as parameters to minimize the free energy. The key idea - to dagonalize the Hamiltonian

(13.9).

Let us check the commutation rules for the quasiparticle operators. We have

{aka'7 aLO—} = Ui {akaa Oél"‘(o-} + UIQ( {a—k—07 OéT_k_o—}
+  oUKVK { Ok, O ko } + TUKVK {aik,g, afw} =1

If we request the usual Fermi commutation rules for the quasiparticle commutators we
obtain the relation
up +vp =1 (18.7)

that leaves only one free variable, say vy.

Now we can express the energy through the quasiparticle numbers ny, = <0szakg> .
We get

(H=erN) = & [ (e + niey) + 032 = iy — )] —
Kk

—/\Zukvk(l — Nk — nkl) Zuk/vk/(l — Nk — nk/l) =F— GFN. (188)
k k’

Now we calculate the variation with respect to vy taking into account ([[8.7). We get
(Problem [18.1)
26 = A1 — 207), (18.9)

A= )\Zukvk(l — Nk — nkl). (1810)
k

The solution of the equation is

1 € 1 €k
2 _ 1 () 2 _ 2 (q_ Sk 18.11
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e = /&2 + A2, (18.12)

In the following we consider isotropic model where the spectrum is independent of the
direction of k.

Now we can calculate the quasiparticle energy as a variational derivative of the total
energy with respect to the distribution function. Thus we have

where

0 = Z (5kT5nkT + ekl5nkl) .
k

Because of the symmetry of the problem we get ey = €x|, nk; = ny. After the variation
of ([8.8) with respect to, say, nyy at constant uy, v, we get

5 —
= — = + A2 =
€k 5nkT fk Ek

So we come to the following conclusion

e There is the gap A in the quasiparticle spectrum.

o At [£] > A we come to the normal metal properties: e — [&l, at & > 0 up —
1, vp = 0,at & <0 wup — 0, vp — 1. Thus, we come to the quasiparticles of the
normal metal.

The presence of the gap is very important. It means that there is no low-energy
excitations and the electron liquid may be superfluid. Indeed, if the liquid moves as total
with the velocity v the energy in the laboratory frame of reference is

e(p) + pv.

Consequently, to create a new quasiparticle one needs the condition e(p) + pv <0 to be
met, or
. €
v < v, = min @
p

In the presence, of the gap we come to the relationf]

A

Ve ~ —.
PFr

We have discussed here the simplest variant of the theory with the s-state pairing. The

pairing with non-zero orbital moment has been discussed in connection with superconduc-

tivity in the so-called heavy fermion compounds and with superfluid *He.

'The life is not so simple. One can imagine also collective excitations which may have no gap. As has
been shown, it is not the case because of the finite electron charge.
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18.4 Temperature Dependence of the Energy Gap

Now we are prepared to discuss the temperature dependence of the gap. From Eq. ([8.10)
we get

o %/<dk)1 —2no(ex)  Agler) /h“’D dgtanh(\/m/%BT), (18.13)

€k 2 0 2+ A2
At T — 0 tanh(,/&? + A%/2kgT) — 1 and
1= Ag(;F) In ZA%L; — A(0) = 2hwp exp (—2/Ag(er)) (18.14)

(note the extra factor 2). At T — 7. A — 0, and

Ag(er) /’WD tanh(¢/2kgT.)  Ag(ep) , 2hwpy
1= d - 1 = 1.78.
> )% ¢ T A
Thus ohe
kT, = 2P0 exp (—2/Mg(er)) (18.15)
and
A(0) = %kBTC = 1.76kpT,. (18.16)

To discuss the temperature dependence one can simply calculate the integral in ([8.13).
It is interesting to show the analytical formula, so we analyze briefly this integral. At low
temperatures we can rewrite the formula as

n@_ 1 —tanh(\/& + A?/2kpT) | (A>
1 _/O N dé =2f

A kT

where

o _JEw
f<x>—/1 e = Ta

Here we have used the expression ([[8:14) and expanded the integration region to infinity
(the important region is ~ A). We are interested in large values of z,

o0

f(a) = / dy 2(—1)”“%.

Then we use the integral representation for the McDonald function

K0 = g (5) w0
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and get
— -1 n+1K ~ 1 —x
@) = 21" Kalna) ~ 4 5e
Thus, at T T,
A(T) = A(0) — /27 A(0)kpT ¢ 2O/ k5T

~ number of quasiparticles

At T — T, it is convenient to expand over A — 0. To do this we also divide the expression
(I8:13) by (Ag(er)/2) and subtract its limit at A = 0. We get

T /°° " [tanh§ ~ tanh(y/€2 + A2/2kpT)
0

T

T : NGRS

Then we use the formula

wn(5) = (5) S e

k=0

Substituting this formula into the previous one, expanding over A and integrating over &

we get
In—< =2 -1 n+1 v
n T ;( ) (2n)! (ﬂ'kBT) Z (2k 4 1)2n+1

k=0

The first item leads to
T.

T.— T
The graph of the dependence A(T) is given in Fig. [[8.3.

A ~ 3.06

Figure 18.3: Temperature dependence of the energy gap.
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18.5 Thermodynamics of a Superconductor

According to statistical physics, the thermodynamic potential €2 depending on the variables
T,V, and chemical potential € is

Q= —kyTIn 7,

with the partition function

S [ B o ()]

Splitting the Hamiltonian as Hy + H;,¢ and differentiating with respect to the interaction
constant A we get

o0 1Tr [Hmt exp (_%;;N>]
a A Tr [exp ( BZ—‘N):|

Substituting the expression for the interaction Hamiltonianf

1

ki +ko=k] +koki1#k)
and expressing the electron operators through the quasiparticle ones as

akp = UkOKky + ’UkOéT_kl, ak| = UxQxk| — UkOéT_kT

we get (Problem [18.3)
o _ _A_Q (18.18)
oN A2 '

Then we can integrate over A\ to get
d\
Q- Q, = / —ZEA%(N).

It is more convenient to change variables to introduce inverse function A;(A;) to get dA\; =

(d)\l/dAl)dAl We get
A -1
dAy (Aq)
Q,—Q, = L T AZAA,.
cT /0 da, T

We can obtain the integrand from the self-consistency equation

@:/OO1—tanh(\/§2+A2/2k‘BT)d§:2f(A)
A, JET A ’

In
kT
2For brevity we assume V = o0.
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A(0) = 2hwp exp (—2/Ag(ep)) .

) = 47 [l N (%iT)] |

As a result, we get the exact formula

g(e) A d 2hwp 5
0, -0, = 1 _9 A2 dA
s T Q/OdA1 1A, fszT dBr.

It is easy to calculate asymptotic behavior because we know all the functions. At T'=0

9()%(0)
4

Finally,

Qs<o) = -

This formula is clear enough: the bonding energy ~ A while the number of electron in the
actual region ~ g(e)A. The temperature-dependent part at low temperatures is

O, (T) — 2,(0) ~ g(e)/2n(kpT)PA(0)e~2O/kaT,

As a result, we get

_ 09, 2mA3(0) —A(0)/kpT
=7 S9N T 7
S, 2w A5 (0)
C,=T—=k 0)/kBT
o1~ Meeld) haT) ¢
Near T, we get
7C(3) At
Q, —Q, (€) 3) 5
32 (ﬂ'k’BT)
where ((3) is the Riemann zeta function
=1
() =) —

In the same way, we can obtain the specific heat

Cs(T.) = C, (T k , Cu(T.) =k
( ) ( ) + 7C(3) B B3 ( ) B 353
Making use of all the relations we get near T,
Cs(T) T -1,
= 2.42+44.76 :
Co(T) b

The temperature dependence of the specific heat is shown in Fig. [8:4. We can also de-
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(NG (T2)
2.5

2+

551

/7

1 1 1

1
7" g2 95 70

Figure 18.4: Temperature dependence of the specific heat.

termine the critical magnetic field. Indeed, the additional terms to all the thermodynamic
potentials are equal if they are expressed in the corresponding variables. In particular,

(OF)nry = (0Q)eryv

and 72
Q, —Q, = =—=.
&
Thus,

while near T,

16m mpp T.—T
H.=k T.—T)~ 1.735H.(0 .
w7 w T T

In conclusion to this section, we should mention that one very important assumption has
been extensively used, namely the interaction assumed to be weak:

Ag(e) < 1.

There are some materials where this condition is invalid. The theory should be generalized
to treat those materials.

18.6 Electromagnetic Response of a Superconductor

In this section we analyze the applicability of the London equation and its generalization.
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Qualitative Discussion

When we’ve derived the London equation

nee’

Jj=—-QA, Q=

mc?

we thought that the current is transferred by the electrons. Now we know that Cooper
pairs are responsible for the superconductivity. The main difference is that Cooper pairs
have quite large size ¢ ~ hvp/A > a (at A 210 K ¢ ~ 107 cm). So we face the problem:
why Cooper pairs do not scatter each other? The answer is that they represent eigenstates
of the SE and their wave function are orthogonal. That means that one can discuss the
correlation length rather than the size of pairs.

Because of the correlation, the relation current-vectorial potential becomes non-local

Ji=— ; / Qlk(r - I‘/)Ak(r/) ay’

where Q;x(r) decays at |r| >(. The London equation is the case at very slow variation of
A(r). In this situation one can replace A(r') — A(r) and

/ Que(r — ') dV' = 6,4Q.

We know that the characteristic scale for the variation of A is §, consequently we return to
the London limit at § > (. In the opposite limiting case, § < (, we can assume that only
the electron which live for a long time in the surface region ~ § are effective. The number
of those electrons is proportional to the angle § ~ 6/¢ and n.fr =~ n.9/C. As a result,

5 me2( 5 me2¢ 13
~ - ~ .
4mn.e2o F 4mn,e?

As was mentioned, most of pure materials are type I (or Pippard) ones. Nevertheless, one
can decrease the ratio (/J introducing defects, impurities, etc. Moreover, we’ll see later
that near 7, all the SC are type II ones.

It is interesting that all the formulas do not feel if the carriers are single electrons, or
pairs (one can check it replacing e — 2e, n, — n./2).

Theory of the Meissner Effect at T = 0.

Here we consider only the simplest case: response of a SC to a weak steady magnetic field
at T'= 0. The aim is just to show the way of microscopic calculations.

According to quantum mechanics, in the presence of a magnetic field the Hamilton
acquires the additional factor

1 1
IH = ——/j(SAdV that leads — 6 F = ——/(j)(SAdV

C Cc
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where (j) is the quantum mechanical average of the current (in the following we omit the
angular brackets (---)). We will do like this: we calculate the contribution to the energy
and than find the variation with respect to dA. It is clear that in a weak field we need 2nd
order of the perturbation theory because the current is proportional to A.

The prescription to take the field into account is to replace [i

D= —ihV — —ihV + A
C

As a result, for a bare electron the Hamiltonian is

1 e e\ 2

— {—h2v2 —ihS(AV+VA) + (£) A?} .

2m c c

We see that only the first item conserves the particle momentum. To take the lack of
conservation into account we expand the vector potential in the Fourier series

Ar) =) Age,
q

the component A4 can be understood as the absorption of electromagnetic quantum with
the momentum hq. Using the second quantization, we write the interaction Hamiltonian
as a sum of 2 parts

Hi= — " [(P~ha)ah,ap-nas + Pabetp-rao] Aa;
p,q,0
e? +
Ho= 55 D hottp-na—naoAaAa.

p,q,9’,0

Then we transform ) aimap/p through quasiparticle operators

_ T T T ]
Z a;rmap/p = uply ()0t + ap ) + vy (o pral ) +apral )+
o

Tt Tt
Fupvy (o al L —alial )+ opuy (aspiapy — aproap).

The part Hs is of he 2nd order and it is enough to average it over the ground state. We see

that only the item proportional to v,v, gives a finite contribution, and k = k', q= —¢.

At low temperatures npy = np; = 0, and

62
2
Ey=—— VEAGA_q.
ch p-Ta q
P,q

3Remember: the charge is denoted as —e.
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The first order contribution from H; vanishes because Zp pvﬁéqg = 0. Thus, in the second
order ,
[(O[Hy|m)|

E = o

%:0 Eo) — Em)

Then, in the ground state there is no quasiparticles, and only transitions involving 2
quasiparticles are important. As a result

2
(0[H1|m) = %(Upvp—hq — Vplp—nq)(2P—NAQ), Eg) = Bm) = —(p + Ep—tia)-

Finally

e \? 2(2p—hq) - Aq) (2P—hq) - A_q)
By = - <%) Z(Upvpth — Uplip—ha) e+ Ept :

We have taken into account that Ay = [A_q4]" and that quasiparticle operators for different
momenta anti-commute. Now we use the gauge divA =0, or (qA,) = 0. We change
p — p+hq/2 and denote

Ep+ha/2 = &4y Sp—hajz = &

As a result

o (1)2 5 (DA (PA_)(Ere — €6 —AY)

me/ L= ere_(ey +e2)

Remembering that

1
E:——g iq0A _
0 Cqu5 a

we get

2
ja= S AL+

e? Z p(pAq)(5+5f — &8 — A2)'

m2c ere_ (g4 +e-)

In the first integral sz vz = n,. In the second integral we put hq < pr and

+ hq/2)? — p?
£ = (p (;/ b/ ~ & & hqup cos 0
m

(z-axis is directed along q). Finally, coming to the integral over momenta and calculating
the perpendicular current we get

2 2,4 00 B A2
Qlq) = Def  EPr ! / dé/cosQG sin2¢9(€+87 86— A >dQ =

me  m2cup (2mh)? ere_ (g4 +e2)

2 11 _ 42
_ M€ o hqup  F) = i/ (1 —t*)dt arsh (zt)
mc 2A(0) 2z Jo t V14 222
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(we have introduced t = cos#). This integral could be analyzed in limiting cases. At small
q(z — 0) F(z) — 1 (London limiting case). At large ¢ only small values of ¢ are important.
Thus we can neglect ¢ in comparison with 1 and get

F(Z):W—HQ( )_37T nee? A(0) 1

4 me hvp q

This formula is not enough to calculate the penetration depth because it is determined for
inhomogeneous space. The result depends on the scattering conditions for the electron at
the surface. The result for mirror reflection has the form

28/3 52/3 g 1/3
311/6,2/3 "L A(0) ’

i.e. it corresponds to the qualitative estimates.

Sp =

Electrodynamics at 7' # 0 (London limit).

Now we briefly discuss the influence of finite temperature. First, we emphasize that near T
all the SC meet the London limit. Indeed, at all the temperatures the correlation length is
of the order of (g ~ hvgr/T,. At the same time, the penetration depth diverges at T'— T..

The influence of the finite temperature leads to creation of quasiparticles, i.e. to decrease
of the number of superconducting electrons. To estimate the number of SC electrons let
us calculate the momentum of the system if all the particles move with the same velocity
u. We get

P Z/pnF(E—pu) (dp) %/p(pu) (—ag—F) (dp) = g(er /dé“/—p pu) (—%)-

Then, we have
ds) 1,
1 P(Pu) = Sppu.
s

3
Introducing new variable ¢ as £ = Asinh ¢ we get
1 A > cosh pdyp
P =_p? — =2
3pFug(6F)g (kBT) ) g(Z) Z/O‘ (ezcoshgo + 1)(€—ZCOShg0 + 1)
We denote
P =n,mu

where n,, is the number of "normal electrons”. We see that

MG ( A\ _1dA(dA -
Ne kgT ) TdT \dtT

We check the last formula remembering that

ALY
A(T) - 0 <€(A/kBT)Cosh4p + 1)
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One can show that at T — T, n,/n. — 1 (A < /T. —T). At the same time, at T < T,
this ratio is less than 1. It means that displacement of quasiparticles is not the same as
displacement of all the liquid, the rest being superconducting electrons. We have

ng - [d ln(A/T)}l

R
Ne N, dInT

It is just the number which enters the London penetration depth at finite temperatures.
At T — T,

T,
20T, —T)

e TC — (SL(T) = 5L(O)

At the end of this section one should mention that although all the SC come to the London
limit near T, this transition takes place very close to T, if 01,(0) < (p. In the Pippard region

A A -1/3 .\
dp(T) = 0p(0) {A(O) tanh (ZkBT)] x (T — T) near 7.

18.7 Kinetics of Superconductors

Formulas for Transition Probabilities

Consider the case where a weak a.c. field acts upon a SC. Such a field can be created by
acoustic wave, or by electromagnetic wave.

Acoustic Wave

As we know, acoustic field create a perturbation A;zu(r,t). Denoting the interaction
matrix element as Auy_,s we get

Him == Z Auk,k/a;rwak:g.
kK o
Microwave Field
In the linear approximation the perturbation is (e/2mc)(pA + Ap). As a result
e
Hint = — Ap v (k+K))af, aw,.
= e X e (e K dl

Thus in general case

Hine = Z <k/0’

kK o

B’ ka> al_aio. (18.19)

There are two kinds of processes induced by H;,;.
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1. Transitions between different states, described by quasiparticle operators. To ana-
lyze them we transform the Hamiltonian ([8.1I9) to the quasiparticle operators a.
We have done this transformation earlier. In a compact form in can be written as

(Problem [18.3)

0 —1
al,, = umal,, + Z,owra_ma/, where p = ( 1 0 > . (18.20)
o./
As a result
altaaklg, = ukuk/afwak/a/ + VR Uk Z PooiPo’ o X —keoy atk,02+
0109
HuE Y Poroy 00 g + VR D ooy i, Qi (18.21)

g1 o1

Note that the items aLoak/U/ and Ozkglaf{,ag describe scattering of quasiparticles while

ey Oy, and a_k,, ax describe creation and annihilation of pairs of quasiparticles.

(The number of quasiparticles is not conserved!).

2. The perturbation can also modulates the system’s parameters. Usually it is not so
important.

Now we analyze different processes.

Scattering processes.

Making use of anti commutation of quasiparticle operators we get the following expression
for transition matrix element

M (ko|k'c") = upuy <k’a'

E’ ka> — VLU Z Poro' Poro <—k’0'

o102

B‘ —ka>.

In fact, 26102 Poro’ Poro <—k’ o’ ‘B‘ - ka> is the matrix element where all the momenta
and spins are reversed which means time reversion. It is clear that they can differ only by

signs:
Z Poso’ Poro <_kIU/ B‘ - k0'> =N <kIO'/ B’ k0'>
where
| +1, for the case 1
= —1,  for the case 2 °
Thus

M(ko|k'o") = (upugp — nugvg) <k'0'

B‘ka>
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where the coefficient (ugpur — nuivg) is called the coherence factor. This factor is very
important. The resulting contribution to the transition rate is

vae = Z |M(ko|K'o")* {nr(ew) [1 — np(en)] — nr(ex) [1 — np(ew)]} x

xd(ex — e — hw). (18.22)

Consequently, the absorbed power is

W1 = ZhWka’-

kk'

Denoting B? = ‘<k’a’
we get

) 2
B ’ ka>‘ where the bar means angle average over the Fermi surface

W, = 27TwB2/ de de’ go(€)gs(e) (uptp — nugvp )? X
A

X [np(e) —np(e)]d(e — &' — hw).

Here we have introduces the density of states with respect to the energy e

d¢ €
9s(¢) = g(er) —dg‘ = 9(er) =7
According to the definition,
1 & A?
2
;- )= =11 _— —nN—
(urup — nuvy) 5 [ + i

Finally
00 58/ _ UAQ
de’ X
A V(- A% (7 - AY)

W, = 27rszg2(6F)/ de
A

X [np(e) —np(e)]d(e — &' — hw). (18.23)

We can make the same calculation for the second part, corresponding to creation and
annihilation of quasiparticles which is nonzero at iw > 2A. The result can be formulated
as

W 1 = e / ge' — 77A2 /
W, hw /—oo * /_oo * V(€2 — A?) (2 — A2)@(’8| ) ©(¢'| )%

X [np(e) —np(e)]d(e — &' — hw). (18.24)

Now we discuss the applications of the formula.
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| I3/T,

!
97 g2
Figure 18.5: Temperature dependence of sound absorption.

Ultrasonic Absorption
We have n = 1. At hw < A

WS o 82—A2 ( (?np> 2

de — = _
W le]>A €2 — A? Oe 1+ eA/ksT

At T = 0 the absorption takes place only at hw > 2A. The graph of this function is shown
in Fig. [8.3.

Response to Microwave Field

The quantitative analysis is more difficult. The key results are the follows. At T" = 0
the absorption takes place only at Aiw > 2A (see Fig. [8.6). At low frequencies and
temperatures, kT, hw < A(0) we have

. hw hw A(0)
Im @ ~ —4m sinh <2k’BT> K, (QkBT) exp (— kBT)

Note that the condition fww = 2A corresponds to the frequencies ~ 10! — 10'2H 2. Con-
sequently, in the optical frequency range the electromagnetic properties of SC and normal
conductors are practically the same.

Finally, we discuss also the very important limiting case of the vicinity of 7T, and small
frequencies

hw < A < kgT..



18.7. KINETICS OF SUPERCONDUCTORS 373

Aw/(24)
1 1 ]
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g

Figure 18.6: Frequency dependence of microwave absorption at 7' = 0.

In this region

c wo
j=|— — | A.
. { A2 * c }

Remembering that E = —(1/¢)A we see that the second item is just oE and
J=Jstn

Note that such a two-fluid hydrodynamics is not the case beyond the vicinity of T..

Electron Thermal Conductivity

The main electronic contribution to thermal conductivity can be calculated from the
Boltzmann-like equation for quasiparticles [i

dcon _ocon _
opor Ordp

where (p, r) is the quasiparticle energy. To estimate the scattering rate we assume impu-
rity scattering,
Hint = Z ka’aLg@k/a
k.k' o

—

where the matrix element Vigs depends only on the angle § = (k,k’). After Bogolyubov
transform neglecting creation-annihilation terms we get

_ § : T
Hine = ka/akgak’a(ukuk’ - Uk“k’)'

k.k' o

4This equation is oversimplified, but appropriate for the problem.
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For elastic scattering & = & For the sign + we get & /e for the coherence factor while
for the sign - this factor vanishes. As a result,

1 2T /
. h / Ve ” (1 = cos 0) (ugurs — vivp)*0(ex — 1) (dk') =
2
™ &\ | dé /dQ 2 1 [&
== SRR L 25V 0))2 (1 — cos ) = — K
Soter) () |52 [ VO 1 cos) = 1
Now we can do everything:
onp _ ednp,, 0= Onpdf & I(ny = e lad
or T e " Op 06 Op ex T ek
Finally,
n) = %%L;m sign & vVT. (18.25)

It is easy to calculate the thermal current

Oe NeT, > g2 de
_ Ye (1) d _ eltr T
Q /gp 8pn (dp) 2mkpgT? /A cosh?(/2kpT) v

~ neTy kT /°° xdx
- 2m AJkpT cosh?(z/2)

The graph of this function is shown in Fig. [87.

Thus

K

77

Figure 18.7: Temperature dependence of thermal conductivity.

Thermoelectric Phenomena

For many years it was thought that one cannot observe thermoelectric phenomena because
the drag current of quasiparticles is compensated by the counter flow of supercurrent. Then
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it was shown that there are ways to observe the supercurrent and in such a way to study
the thermoelectric effect. It is not so easy to calculate the thermoelectric current because
of some important features of superflow. Here we use a simplified approach.

Assume that the condensate moves as a whole with the velocity v, the Cooper pair mo-
mentum being p,=2mv,. The motion as a whole means that the supercondicting coupling
should be the case for the momenta p and —p + p,. As a result, instead of the Bogolyubov
transform we get

(pt = UpQpt + vpaT_p+p L
(p| = U—p+p,¥p| = V—ptp, X _pip 1

(we have chosen the subscripts in the second line to fulfill the anti commutation condition

{ap1,acpip,1} = —uptp + upvp = 0.

Then we make the same procedure as earlier and get

(H—eN) = Z {5 [”pT + |Up|2 (1 —npp — ”—p+psi)} +

A2
2
+¢ [”—p-lrpsl + |vp|” (1 = npy — ”—p+psl)}} T
Here
A=A Zp upvp(l — Npt — n*erpsl)? (1826)
¢ =¢(-p+p,)
Minimizing the energy, we get
1 £+¢
2 _ 2 _
Up = Ulpip, =5 {1—% 9% }7
1 {+¢
2 2 _
Y = Yoprp, T 5 {1 2 1 ’
N2
5: \/<£+5> e
4
Consequently, after variation over ny, we obtain the quasiparticle energies
=7 =7
EPT =& _I_ 2 ) g_p""psl =&—- 2

In a more symmetric way, it is reasonable to shift the momentum by ps/2. In this case
we can denote £+ = £(p £ p,/2), &+ = 2(p) +p,/4m, &— & =pp,/m = 2pv,. At
small ps one can obtain

€p+p,/21 = €0 T PV, E_ptp,/2] = €0 — PV,
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that means just the Doppler shift of the energy.
One should be careful to calculate the current. We get

. e e
i=— > paf,ap, = - > b [upnpr + 051 =1 pip ) +uinp + vp(l =1 pip1)] -
po P

Then we shift the variables as p — p + p,/2 and assume p, < A/pr to get

. 2e
J= —E (p + ps/2) |:U12)+ps/2np+ps/2’a— + U?’+ps/2(1 — n_p+p5/27g)] .

po

Expanding in terms of pv, we get [np(c + pv,) = np(e) + pvy(Onp/0e)]

. 9, 2
j= —2ev, Z [uf)np + vg(l —np)| — p- zp:p(pvs) (%) — Ee Zp:pn(l).

p

The two first item can be grouped as —enyv, while the last one is the thermoelectric current
of normal excitations. Substituting the expression for n(!) from ([[8.25) we get

j=—nVT, o= ——F.
€r

We will come back to this problem later to explain how one can observe this current.

18.8 Problems

18.1. Prove the Egs. ([8.9) and (I8.10).

18.2. Prove Eq. ([8.18).
18.3. Check Eq. ([8:20)




Chapter 19

Ginzburg-Landau Theory

In this chapter we consider a very powerful macroscopic theory which is very useful for
many problems in SC.

19.1 Ginzburg-Landau Equations

Derivation

Let us formulate the theory of SC transition as the one for a general type II transition.
First, one should define the order parameter. As the order parameter it is natural to chose
the wave function of the Bose condensate, ¥. According to the principles of SC, it is natural
to assume that the ground state corresponds to the total momentum equal to 0, the wave
function being the same for all the Bose particles.

Near the critical temperature, the modulus of the order parameter is small, and one
can expand the thermodynamic potential as

b
Qs:Qn+a\\If\2+§|\I/]4+---.

Because we are interested in the vicinity of T, we can expand the coefficients in power of

T—-1T,
T = .

1.

According the definition of T, above T, the stable state corresponds to ¥ = 0, while below
T. W # 0. Thus the coefficient a should change the sign at the transition point:

a=ar, a>0.
As a result, we describe the equilibrium values of the order parameter as

V=0 at T'>1T,
U)? = =27 = |¥o|* at T <T,.

377
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Inserting the equilibrium value if |¥,|? into the expansion and comparing the result with
the known relation for the critical field, we get

ar)’  H?

C

o 81

—~

Q, —Q, =

Consequently, using the microscopic theory we have

o A4 (kgT.)* mpp _ Ar?
2 1E) B 1@’

(er) (kpTe)* .

The most interesting case is the case of external magnetic field. In this case ¥ is coordinate
dependent. Thus we should add both the energy of magnetic field H?/87 and the energy
connected with the inhomogeneity. Near the critical point it is enough to add |V¥|?. Here
we come to the most important point: Cooper pairs are charged particles. Consequently,
because of gauge invariance, only combination

2e
—ihV + —A
c
is possible. To make a proper dimension we write the corresponding term as

(4w+%gw
c

2

1
4dm

Finally, we get

2 H2
+8_7T .

Here QY is the thermodynamic potential of the normal state without magnetic field. To
get the minimum we calculate variation with respect to W* :

/ (s — QD) ay = /dV {on'|\1/]2 + 9;@\4 ;o ' (—mv + %A> 0
2 4m c

1 2 2
/dV {mw@* BT PUST + — (—mv + —eA) v (mv + —eA) 5\1/*}
4m c c
The item with the VOU* can be integrated by parts. Using the Gauss theorem we get

1 2 1 2 2
A ST+ <—mv n —6A> UdS + — [ dv v <—mv n —eA) v,
4m sur face c 4m c

Then we put 0W* = 0 at the surface and arbitrary inside. As a result, we get the following
equation for the order parameter

1 2¢ \’
v (—mv+—€A> U+ arl + b U0 = 0.
C

m
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If now we put 0¥* at the surface to be arbitrary, we obtain the boundary condition
, 2e
n (—th + —A) \Ij|su7"face =0.
c

The variation with respect to 0¥ leads to the complex conjugate expressions.
Now it is important to get the equation for electric current. To obtain it one should
calculate the variation with respect to the vector potential A. The variation of H? leads

to
§(curl A)? = 2 curl A curl §A.

Then we can use the relation
div [a x b] = bcurla — acurlb

to get
§(curl A)? = 26 A curl curl A+2div [§A x curl A].

The second integral can be transformed into the surface one, thus it is not important. On
the other hand, from the Maxwell equations

4
curlewrl A =curlH == —  §(curlA)? = 2j5A.
C

The rest of the free energy can be calculated in a straightforward way, and equating the
total variation to zero we obtain
eh 2¢?
§ = (WY — UVTY) — S| P)2A
2m mc

This is just the quantum mechanical expression for the current for a particle with the
charge (—2e) and the mass 2m. The set

9 2

(1/4m) <—ihV + —eA) U+ a7tV + b|V|*¥ = 0,
C

j = (ieh/2m) (U*VU — UVT*) — (2¢%/mc)|V[*A

forms the Ginzburg-Landau equations.

Dimensionless Parameters and Their Meaning

To make the equations simples new dimensionless parameters are usually introduced:
v H , T A

V= H=-—_ =1 A=
Wy H./?2 J H.0\?2

[ 2mc? ar alT|
ith 0 =4/——= H,=2n—, WV2=_——
Wi 47 (2€)? W3’ \/%\/B’ 0 b
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In the following we will omit primes and use these variables. As a result, the set of equations
can be expressed as

. 2
(3V—A) U W [U2T =0,
K

n (3v - A) Vsurface = 0, boundary condition,
K

curl curl A :2L (T*VT — UV — [D[2A (19.1)
K

This set contains only one dimensionless parameter

eH 6>

= 2V/2
K=2V2—=

(19.2)

which is called the Ginzburg-Landau (GL) parameter.
To understand the meaning of the parameters let us consider the simplest problem,
namely penetration of a weak field into the superconductor x > 0. Let H || z, A ||y, i.e.

H(Q;):E.

It is natural to consider ¥ as a function only of x. We get

1 d*0 aw
— o — U AU =0, — = 0.
At k < 1 one can assume ¥ =const, in the bulk of material it is natural to assume|¥|* = 1,
we chose ¥ real. Immediately we get from the second GL equation
d*A

el A=0— H = Hye™®, in usual units H = Hye */°.

Thus ¢ is just the London penetration depth near T,.. Immediately we get

n ! n
UoP =2 —» ——7 =2,

Mol =5 =57 = 5

Comparing this expression with the microscopic formula for ng obtained in the previous

chapter we get

— = Ne.

b

Then it is possible to express the constants o and b through the microscopic parameters.
Indeed,

4 2
% - 7C7(T3)g<€F) (kT,)? — a =

872n, 9 o«
7C(3)g(€F) (ksTe)”, b=
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One can show using these expressions that

~ 0.96.

Thus we determined the meaning of all the parameters. The last thing is to discuss the
physics of the order parameter. It is clear that ¥ o< A (both are proportional to \/|7]).
Computing the coefficients at 7 — 0 we obtain

AW 1[G

e kT, V8

\IJ(I‘) = Qa2

Modification for SC Alloys.

As we have discussed, impurities change strongly the penetration depth §. To take this
change into account we substitute the expression for the penetration depth for dirty SC
into Eq. ([[9.2). According to exact theory, at ¢ < ¢

o) =0 sy~ 0

At the same time, let us take into account that the coherence length ( can be expressed
as the electron path during the time h/A :  ( ~ hvp/A. If the electron moves diffusely
ddue to impurity scattering, the coherence length can be expressed as the characteristic
electron path during the time h/A :

Cerf ™ \/D% ~ \/U%Ttr§ ~ /L
where D is the electron diffusion coefficient. Thus
5 6.(0)
IR

(the exact theory leads to the coefficient 0.72 in this formula). Note that in this case the
coeflicient

K

1 02 3D
dmr?  Améi(0)  4prpdi(0)
Thus one can express the GL equation for alloys in the form

rDh 2ie \° . T.—T ., 7¢(3) |AP
V+—A])] A A—
ngTc( * ) T 872 (kpT)’

A=0

he
and the current is expressed in the form

gD 11

* * % 2
e [5(aTVA - AVAT) T APA |
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Finally, we will derive an auxiliary expression for the free energy which will be used
below. Using dimensionless notations we get
2
+ H 2} :

2 4 ;
/(QS—QS)) ay —He /dV {—\\D\M&Jr ’(i —A) o
47 2 K

Then we integrate the item with VU* by parts, the surface integral being zero. In the rest
integral we take into account that ¥ obeys the GL equation. As a result,

H2 |\I’|4
eIV) —_c 2_ 70

™

If one keeps the external field Hy fixed the corresponding thermodynamic potential can be
obtained by subtracting HyB/47. In a normal phase, correspondingly €,z = QY —HZ /8.
As a result,

/(Qsﬂ — Q) dV :fcz /dV [(H — Hy)? — %} . (19.3)

™

Range of Applicability for the GL Theory.

As we have mentioned, one of the conditions is the vicinity of the transition, |7| < 1.
Another condition is the local relation between the current and vector potential, § < (. In
fact, it is possible to combine these equations taking into account that §(T) ~ &.(0)|7|~'/2.
The criterion reads as

7| < min(x?, 1).

In fact, the theory works not so bad even beyond the vicinity of T..

There is another limitation of the range of GL theory: at very small|7| where fluctua-
tions become important and the self consistent approach becomes invalid. This limitation
is not important for bulk materials but may be very important for layered and low dimen-
sional SC.

19.2 Applications of the GL Theory

Surface Energy at N-S Interface

Consider the problem where all the quantities depend only upon one co-ordinate, say =z,
while A L x. The set of equations has the form (we’ll see that W is real)

k2P /da?) + V(1 — A?) - U3 = 0,
(d\ll/dx)‘surface = 07
d*A/dr* —VPA = 0.
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It is easy to find the integral of this set. Let us multiply the first equation by dV¥/dx, the
last one - by dA/dx and them add the equation and integrate over x :

0.

dx dz? dz dr |

* 1 d®Vdv dv dv d*AdA dA
do | =S (1 - A% - s 00 g2t o
/0 v [/42 dx? dx * d:v( )

We obtain

1 /dv\® Ut (dAN? 1
— | — U1 - A - —+ | — | = ==
e (d:c) + W=( ) 5 +(dm> const = -

(the constant being determined from the boundary conditions.

To find the surface energy we formulate the boundary conditions

x — oo (superconductor) : V=1, H=A=0, dV/dzx =0,
r — —oo (normal conductor) : ¥ =0, H = Hy=1/v2, d¥/dr=0.

At kK < 1(¢ > ¢§) the most important region where A and H are small. Thus, we get

1 /dv\? vt AV K
Bl (e U2 = — = (1 —0?).
I{Q(dfb> * T \/ﬁ( )

The solution is
K
\/57
it is wrong in the region where the field penetrates, but this region is small. Now we can
employ Eq. ([19.3) and put Hy = 1/v/2, H = 0. We obtain

H? H? 4/2
Ops = c/ 1—tanh2ﬁ dx = c—\f.
81 V2 81 3k

U = tanh

In dimensional units that means

IRV

Ons T T3 Sk

The opposite limiting case can be treated only numerically. The result is that o, at
k = 1/v/2 and at k > 1/4/2 it is negative. The order-of magnitude estimate has been
made earlier.

Quantization of Magnetic Flux.

Consider a hollow cylinder placed into a longitudinal magnetic field. Assume that the
cylinder is in the Meissner state. If the order parameter has the form

U = |U]e™
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the current is
. eh 2e
j=——|")? [Vx%- —A} :
m he

We can divide the current density by |V| and integrate over a closed circuit in the bulk of

superconductor:
J eh 2e
dl = dl Adl
?{w ?{ VXAl f

O — 27rk:

Thus
® = kd), ®)=nhc/e=2.07-10""G -cm?

It is interesting that the effect has been predicted by F. London (1950) before the concept
of Cooper pairs. He assumed the quantum to be whic/e = 2dy.
In any case the quantized quantity is in fact fluxoid

]{VXdl

which is equal to the total flux through the hole and the surface layer. As a result, the
flux quantization through the hole is not exact.

Experimentally, the SC is cooled in a fixed magnetic field and the flux is frozen inside
the hole. To determine the trapped flux one should minimize the free energy difference

/ (Qurr — Qo) dV =

o [v]*

SN

{4—1_” \(Hmt - HO)QWR%J‘F/ 27‘(‘p dp

Ry

[EREAE

7

hole SE walls

Here R, are internal (external) radius of the SC pipe. The second term is not important
for a macroscopic pipe (Ry — Ry > A) and one should find H;,; to minimize the previous
expression under the quantization condition. It is clear to understand that the internal
magnetic flux is equal to

1 1
d =nd, at (n—§) Py < P < (n+§> P,

(see Fig. [[9.1)).
This kind of behavior has been demonstrated in a very interesting experiments by
Little and Parks (1962). Let us make the hollow cylinder from a very thin film with the

thickness < 9. Such s film does not screen the magnetic field. If the film radius is > ¢ one
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Pint/ %o

|

Of
T

o /P,
1 1 1
72 32 572 72

Figure 19.1: Quantization of magnetic flux through a SC cylinder.

can consider the vector potential to be constant in the film. We can come to cylindric co-
ordinates and assume that the only component of A as A,. Expressing the order parameter
as WeX we have

b 1 2 > H?
/(QS—Q,{?)) v = /dV ar|UP + 2|0 + — | —ihv + ZA) o) + b
2 4m c 8
b B2 % \> H?
_Qo _— 2y Dygp o = Z
Q, — QY aT|Y| +2|\If| + (VX+hCA> + o (19.4)

In our case | V| =const, as well as the quantities Vx and A are constant along the film. So
we can replace the gauge-invariant difference Vy + %—EA by its average value

2e 1 2e 1 P
ey — A dl == (n—21).
VX e QWRY{(VX+hc ) A=7 (" @0)

Now we can substitute this expression into ([[9.4) to get

b h2 o \? H?
Q, — QO — 47| W2 + —|p[4 ) P+ =
N aT|!+2!|+4mR2n ; W[+

the number n is within the interval

1 1
(n—§) Dy < Py < (n+§> .

We see that the magnetic field leads to the renormalization of the critical temperature

2 2
ToT =7+ h n—g
dmR2a D,

o, W BEAY
T, amRa \" o)

or
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/o ~AT./T.) 4mR%a/F)

/%

&/®y

g 7 2 3 &4

Figure 19.2: On the experiments by Little and Parks.

The graph of the experimental dependence is shown in Fig. [9.2. Note that to observe
the change of magnetic flux in a SC cylinder with thick walls one should wait several years
because the life time of the metastable state with "wrong2” numbers of quanta is very
long. The key feature of the experiment discussed is the thin walls of the cylinder.

Thermoelectric Phenomena

Now we can discuss how to observe the thermoelectric effects we’ve considered earlier. For
this reason we write the supercurrent as

2e

.. .. . heng
i=ir+is Jr=-nVT, js=— Vx +—A
2m he

(we have substituted |¥|* = n,/2. Now consider a cylindric system shown in Fig. 9.3, the
branches a and b being fabricated from different materials. In the bulk of materials j =0,

7

Figure 19.3: On the thermoelectric effect.

and

VT - A

VX = heng he
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Integrating over the closed loop we get

9mn — —j{ "SVle—— Ts A=

N

2 &
S 1C), - G o2
he Jr, ns/, Ns )y ®
(b T2 S S
- e U s\ | ar.
d mwhe Jr, ns/, ns/,

We see that there is non-quantized contribution to the magnetic flux. This contribution is
small but observable.

As a result,

Surface Superconductivity

Now we discuss the surface superconductivity. To start let us discuss stability of the SC
region in the normal phase. We have different possibilities (see Fig. [[9.4 where the order
parameter is shown). For all the cases one should use the boundary condition

3 J 2
I/\\ e N

g -a/2  dj2

Figure 19.4: On the surface supercondutivity.

A
@),
dx sur face

Assume that the field is parallel to the surface. We chose
A=H(x— )
where x is the parameter. The GL equation has the form

d>v
e + KEHY (2 — 10)°V = K7W
x
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It is convenient to transform the equation to dimensionless variable z’ = z+v/kH,, and we

have p
—U" (2 — )PV = —.
(@' = )0 = 4
This equation has 2 parameters: § = k/Hy, and x, = xov/kHy. There is an exact solution
of this equation that can be expressed in terms of hyper geometric function. It has the
form

—z'? 1_6 1 / / / 3_6 3 / /
U =c¢ /2 {ClF {T,i,(x —$0)2:| +CQZIZ'F {T,é,(m’ —$0)2:|}

where F'(a, 7, z) obeys the equation
2F"+ (y—2)F —aF =0.

We can find the ratio C;/Cy and 3 from the boundary conditions at the surface and at
infinity (they can be expressed as the function of xj. Then one can minimize (§ with respect
to x{, the quantity Bmi, corresponds to Hymax. The result is

H.3 =1.69x = 1.695H.,.

19.3 N-S Boundary

Proximity Effect

In this section we briefly discuss important physics for the N-S boundary. To make the
discussion as simple as possible we discuss the case of the temperature close to T, so we
can use the GL theory.

The most important feature that one should modify the boundary condition for the
order parameter. It has the form

1

surface — -V (195)

n {V—i— %Al L
ch

sur face

To calculate p one needs the microscopic theory but it is clear that u ~ (. The exact result

is
B 0.6¢o, pureSC
| 0.3v/¢ol, "dirty”SC.

Let us consider the plain surface x = 0. The integral of the GL equation at A = 0 is

A\ 2 V|
2 hadind \112__:_.
¢ (da:) * 2 2

The length ( is just the coherence length . We know the solution

- r — X
\I/—tanh( Cﬁ),
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the parameter z; is to be determined from the boundary condition ([[9.5)

sinh <x0<\/§> = —2%.

Near T, ¢ o< 1/\/T. — T and xy ~ —p+/2. Thus

@-—tmﬂ1<E§§-+1>.

That means that the order parameter is non-zero also in the thin layer of former normal
phase. At the same time, normal conductor ”spoils the superconductivity near the surface.

Andreev Reflection

Let us discuss the N-S boundary in more detail. At the interface the chemical potentials
in both phases should be equal. At the same time, in the SC the electrons exist as Cooper
pairs. As a result, the chemical potential of the pair of electrons should be the same as the
chemical potential of a Cooper pair.

Now let one electron come to the SC. It has no partner, and consequently its energy is
greater by A. Consequently, if the excitation energy of the electron above the Fermi level
is less than A it should be refiected from the boundary.

To discuss the physical picture in more detail let us assume that metal s are the same
(say, we discuss the N-S boundary in the intermediate state). In this case the order
parameter penetrates into the normal phase up to the thickness ~ ¢ ~ hvg/A. The energy
spectrum € = /&2 + A? is shown in Fig. [19.5. As we have discussed, the quasiparticle

f'J-

B~

"3
Yo

Figure 19.5: Quasiparticle spectrum near the surface.

from the normal metal (left panel) is reflected, its energy being conserved. At the same
time, the momentum change can be estimated as follows: dp ~ (dp/dt)dt where dt is the
time to be inside SC: §t ~ (/vp. The derivative

dp/dt ~ —dU/dx ~ AJC.
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Thus
op ~ (A/Q)(C/vr) ~ pr(A/er) < pr.

The only way to meet these conditions is to make inter-branch transition (from particle-like
to antiparticle-like branch and vice versa). We see that both energy and momentum are
almost the same. At the same time, the group velocity will have an opposite direction.
Actually the process is

particle — anti — particle, €1 = €9, p1 & p2, Vi = —Va.

Such a process is called the Andreev reflection (Andreev, 1964).

What happens with the charge? In fact, such a reflection is assisted with the creation
of a Cooper pair in the SC region which carries the charge.

This is the mechanism for charge transfer from normal conductor to SC.
Andreev reflection is very important for many effects in superconductors.



Chapter 20

Tunnel Junction. Josephson Effect.

20.1 One-Particle Tunnel Current

Tunneling is the famous problem of quantum mechanics. It is important that a quantum
particle can penetrate the barrier with the energy less than the barrier height. The tunnel
transparency, up to the main approximation, is given by the formula

(20.1)

2v/2 2
W ~ exp [/Impx dx] = exp [—Tm/ VU(z) — Edz

(see Fig. R0.1)).

Ly L2

Figure 20.1: Quantum tunneling.

We start with the case of two normal metals. In the equilibrium their chemical poten-
tials are equal. At a fixed bias, all the voltage is dropped across the barrier (the resistance
being maximal), so the difference of the electro-chemical potentials is —eV (Fig. B0.9).
We see that the number of the electron which can penetrate the barrier is proportional to

eV, and we get the Ohm’s law (Fig. 0.3, curve 1).

391



392 CHAPTER 20. TUNNEL JUNCTION. JOSEPHSON EFFECT.

Figure 20.2: Tunnel junction at a given bias.

v

Figure 20.3: I —V-curves for normal conductors (1), one-electron (2), and two-electron (3)
tunneling.

Now let us discuss the N-S case at T' = 0. In a SC the electrons form Cooper pairs,
their chemical potentials are just the same as the energy level of the Bose condensate. In
a normal conductor, we have two free quasi-particles at the Fermi level.

Let us suppose that 1 electron made the N—S transition through the junction. In a SC
its energy is greater by A than the energy of an electron inside the Cooper pair. Thus, an
extra energy should be given to the electron. Energy cost for the reverse transition is just
the same because one should destroy the Cooper pair, the energy per electron being A.

Why the electron pairs cannot tunnel as a whole? The total charge transferred is —2e
that doubles U(z) in Eq. (R0.1]), while the mass is 2m that leads to the extra v/2.We see
that the probability decreases drastically.

To understand the situation let us look at Fig. £0.4. This is the so-called quasi-particle
scheme, and we see that the cost is A. Consequently, there is a threshold at eV = A.

To calculate the current one needs the densities of states: g, = g(ep) for the normal

metal and
€

9s(e) = gn\/ﬁy e>A.



20.1. ONE-PARTICLE TUNNEL CURRENT 393

“““ W

A

a

Figure 20.4: Energy diagram for N-S tunneling (S — left side, N — right side of each panel).

This is real density of states. To use the scheme depicted in Fig. P0.4 we should assume
both signs of . So we define

() = gnlel/Ve2 — A2 |e] > A
Js 0, | < A

Here positive € corresponds to N—S tunnel transitions while £ < 0 corresponds to destruc-
tion of Cooper pairs assisted by S—N transitions.
The current is given by the golden rule formula

j o< [deW gi(e — eV)ga(e) X
X {ni(e —eV) [l —na(e)] —na(e) [1 — ni(e —eV)]} =
= /de W gi(e — eV)ga(e) [ni(e —eV) —na(e)] =
le —eV|
\/(5 — eV)2 — A2

At zero temperature, n(c) = O(c) and we get

[ni(e —eV) —ny(e)].

~ ngnQZn/dg

eV—A
. c—eV
J X ngng2n/ de | | - ngng2n (€V>2 — A2,
0 \/(5 —eV)? — A2

One can easily obtain the coefficient taking into account that at el > A the result should
be the same as for N-N system. Thus

(eV)? — A2
Jn eV '
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Now let us discuss the S-S junction. We have

eV—A
. eV —¢ €
]O(ngn/ de - N A
A \/(e—eV) — A2VE —

We see that threshold value is eV = 2A, the result being

I_p Viev? - eayy - , ( A )2 . VeV - 2ay

In eV W eV

where F, K are the elliptic integrals
w/2
K(k) = / (1 —k*sin® )2 dp,
0

/2
E(k) = / (1 — E?sin )2 dyp.
0

At eV =2A  j/j, = m/4 (see Fig. 0.3, curve 3).
At final temperatures, the threshold singularity is smeared, nevertheless even a finite
temperatures it is convenient to measure the dependence A(T') from the derivative 9j/0V.
It is interesting to consider the case of 2 different superconductors with T > T4 > T.
At low temperatures the singularity takes place at

eV = Al +A2.

To see what happens at finite temperatures let us look at Fig. P0.5 (left panel) where the
density of states are plotted. At the increase of voltage the left side of the picture moves

S S S S ——

Figure 20.5: S-S tunnelling. Left — Energy diagram, right — I — V-curve.
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up and the current increases because of the increase of the thermally excited states which
can tunnel into the free states in the right side. Then, when eV > (Ay — A;), the number
of free states decreases with the voltage increase. Consequently, the current decreases. The
situation changes at eV = (Ay + A;) where the upper limit of the left lower band coincides
with the lower limit of the right upper band. The I — V-curve is shown in Fig. R0.5 (right
panel).

Tunneling experiments appear extremely informative to study properties of SC.

20.2 Josephson Effect

Up to now, we have considered incoherent processes. Actually, the complete theory should
take into account coherent transfer of the electron wave function. As a result, the order
parameters overlap, and there is a possibility to form a united condensate. As a result, a
finite supercurrent can flow through S-I-S system almost like through a bulk SC (Josephson,
1962).

Let us calculate the Josephson current in a very simple way. Namely, let us find the
contribution of the coupling to the energy up to the lowest order. The simplest expression

E = C/dy dz (A1AY + ATA,) = QC’/dy dz |A1As| cos(xa — x1)-

Here C'is a constant, (y, z) is the plane of the contact.
Why the phase difference is dependent on (x2 — x1)? Let us consider the magnetic field
H || (yz). According to the gauge invariance, all the physical quantities depend on

2e
he

Now we can chose A || x and integrate the relation along x between the points 1 and 2
which are placed inside the left (and right) SC parts. We get

Vx + —A.

2¢ [?
X2 — X1+ A, dx.
he Jq

Thus,

2 [2
E = 20/dydz|A1A2| coS (Xz — X1+ h_i Axdx) )
1

After variation with respect to A, is

4 2¢ [?
SE = ——60/ A Ay sin (Xz SV —6/ A, dx) SA, dV.
he he J;
Comparing this equation with the general formula of electrodynamics

§F = —%/j(SAdV
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we obtain

4 2 [* 2 [*
j= _€C|A1A2|sin X2—X1+—e Aydx | = j.sin X2_X1+_6 Apde ).
h he J; he Jy

In particular, in the absence of magnetic field,
J = Jesin(x2 — x1) -

Thus the phase difference is connected with the supercurrent.

It is clear that the critical current is proportional to the tunneling probability. At the
same time, the normal conductance R~! is also proportional to the tunneling probability.
The microscopic formula for two identical SC at T'= 0 (Ambegaokar, Baratoff, 1963) is

_=A(0)
Je = 2¢R

while at finite temperature

o 2D, (AD)

Experimentally, j. ~ 10> — 10 A/cm? that is 5-6 orders less than the critical current
in a bulk sample. Consequently, Josephson effect and related topics are called the weak
superconductivity. Actually, the current is tuned by the ballast resistor and the transition
from zero voltage to the finite one is observed. In fact, this transition is assisted by many
interesting nonlinear phenomena (see e.g. Problem [20.1).

Josephson Effect in a Weak Link

It is important that the analogs of the Josephson effect can take place not only in S-I-S
systems but in any king of inhomogeneous structures with the part where superconductivity
is suppressed. Among such systems are

S — I — S (SC — insulator — SC, tunneljunction)
S — N — S (SC — normalconductor — SC, proximitybridge)
S — C — S(SC — constriction — SC, bridge or point contact)

To explain the reason we discuss here a very simple derivation based on the GL theory.
Consider the GL equation

1
—= VAU — U+ U2 =0
K

and suppose that the length L of the bridge is much less than ¢ (in our units L/§ < k™ 1).
In this case, inside the bridge the first item is the most important, and we have in the
lowest approximation

V20U = 0.
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In the bulk of the ”"banks” ¥ —const. Let us assume that

const = eX!, in the left side
const = eX2_ in the right side

Thus we can search the solution of the GL equation as
U= f(r)e™ +[1— f(r)]e™ (20.2)

where f(r)obeys the equation
VZf(r) =0

and tends to 1 in the bank 1 and to 0 in the bank 2. We will not discuss the exact form of
the solution which depends on the concrete system. Rather we substitute Eq. (20.2) into
the expression for the super-current and transform it to dimensional units. The result is

Y .
j= E\Ifﬁvf(r) sin(y2 — x1)

—_——
critical current

20.3 Josephson Effect in a Magnetic Field

Narrow Junction

Suppose that there is an external magnetic field H || y (the junction plane is yz one). The
field can be described by the vector potential

A, = H,(z)z

We also neglect the field created by the current. In this case
2
/ A, dr = Hyo zd, whered = 26(T) + d' ~ 26(T),
1

d' is the thickness of the insulating region (we have taken into account that the field decays
as exp(—z/d) in SC regions). As a result, we have
L eH
J=JesIn |X1— X2 —2—| -
ch

The experimentally measurable quantity is the average current,

j = %foLj(z) dz = jc% {COS [X1 - X2 — 2%} —cos (X1 — X2)} .
~~

flux through the contact
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Denoting 6y = x1 — x2 we get

Vv
Jemax—Maximal critical current

As a result, the maximal critical current is

sin (7®/dy)
7P/

jcmax = Jc

The graph of this function is shown in Fig. P0.G.

ik

4.5

®/D,

g 7 2 3 4

Figure 20.6: Josephson effect in a magnetic field.

Wide Junction

One can neglect the field produced by the own current only if the width of the junction is
small. In a wide junction the field becomes z-dependent due to the field produced by the
transport current. To take this dependence into account we denote

2¢ [?
— — [ A =
X2 — X1+ hc/l L dz = 0(2)

and write 5 5
0(z +dz) — 0(2) = —d H,(2)dz = —d H,(2) dz.
ch q)()
Thus & do
Hy(z) = —~—.
v(2) 2nd dz
On the other hand, from the Maxwell equation
, c dH
j Y

:47r dz
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while according to the Josephson relation
J = Jesind.
As a result, we come to the equation

c dH, P d?6

sing = &My _ asv
Je St dm dz sn2ddz?
d*0 1.
@ = % S1n 6 (203)
This is the Ferrell-Prange equation. Here
)
5= 4]0
8m2dj,

is the so-called Josephson penetration depth.
To understand the situation let us consider the case of weak magnetic field with no
transport current. In this case we can replace sinf — 6, and the solution is

0 = 90€_Z/6J — H = Hoe_z/é‘].

For j. ~ 102 A/em? §; ~ 1072 ¢cm > §.. Thus the junction can be considered as narrow
if

L <9y

In wide junctions we come to a very interesting picture — the junction behaves as 2D
superconductor with the specific Meissner effect. The current distribution is shown in Fig.

20.7, left panel.

Figure 20.7: Josephson effect in a wide junction. Left panel - weak magnetic field, right
panel - strong magnetic field.
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In a strong enough field we return to Eq. (R0.3) multiply it by df/dz and integrate
over z. As a result, we get the integral

2
<%> = —%COS@-FC

The solution can be written as

Z— 20 =

/9 d,
™ \/C' — 2532 cos 0,

To study the structure of the magnetic field we discuss the solution of the soliton type with
the boundary condition

db
— — 0 at 2z — *o0.

dz
To find the constants C' note that

-1

= \/0—2(5;2(3089

dz d@/ \/C’ 25J cos 0,

We can get the solution assuming that § — 0 at z — —oo and 0 — 27 at z— oo We get

C = 26,7 and
0(z) = 4arctan {exp (Z — ZO)] :
oL

The distribution of current is shown in Fig 0.7, right panel, while the graphs of the phase,
field and current are shown in Fig. PU.8.
In general, there is a chain of vortexes. The magnetic flux in each one is

b = d/ Hdz_%dd[e( 50) — 0(0)] = ®p.

Thus we come to the picture similar to the type II SC. One can show that the analog of
the field H,; is

2@0
™ 2d(5 J .
The important difference that the Josephson vortexes have no normal core. Consequently,
there is no upper critical field H.. At high field vortexes overlap and the field is almost
uniform.

Hcl =

Superconductor Interferometers

Let us discuss the principle of a very important application of quantum interference in
superconductors. Consider a system show in Fig. P0.9. . The total current through the
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E

Figure 20.8: Josephson effect in a wide junction. Distributions of phase, current, and
field.

external circuit is
I =1.,sin6; + I5sinb,.

If magnetic field is directed perpendicular to the loop’s plane, the phase of the order

parameter in the bulk of material is

2e

hic

Integrating along the dashed line we get for the total phase variation:

Vx=—A (current is absent, j =0).

2 )
91—92+—€®:27m—>¢91—92+27r—:27m.
he q)o

Consequently, we can denote
) )
91:9—7T50+27T7’L, 92:9+7r50.

If the field is weak enough in order not to affect upon the currents I.,, I.o we have

0] 0]
I = 1I.sin <9 — WC}TO) + 1.9 sin (9 + W(}T()) )

The result has the simplest form at I.; = I, = 1. :

®
I =19sing, 17 =2I.cos <7T—> .
Do

We see that the critical current of the interferometer oscillates with the external magnetic
field.

We have described only one possible scheme of a SQUID (Superconductor Quantum
Interference Device). In fact, SQUIDs are very important for applications and there are
different schemes to use them.
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Figure 20.9: Superconductor interferometer.

20.4 Non-Stationary Josephson Effect

According to the gauge invariance, the electric potential enters all the equations in a
combination
5%

2 h—=.
e + ot

It means that the phase acquires the additional factor

2 t
%6 o(t) dt’
or
00 _ 2
ot  h

This is the so-called not-stationary Josephson effect. Thus, if the voltage V' at the junction

kept constant

2
J=Jesin[bp +wyt], w;= gv

(for V. =10"" V w; ~ 10" s7!). Usually, the voltage is never kept constant. Rather a
series circuit is constructed with a battery and a load tunable resistor. In this case an
interesting and complicated picture can be observed (see Problem [20.1).

It is important that at finite temperature in the presence of voltage the one-particle
tunneling is present, the normal current being V/R = (h/2eR) 00/0t. Thus

J =Jesing + (h/2eR) 06/0t.
According to the Josephson formula,

do 2e 2e . . JCR
%—%V—%(U_JCRSIHQ)—(UJ(l_)\Slne), A= T
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0
wilt =to) = | T3 gng

At X > 1 there is a pole in the integrand at 6y = arcsin(1/A). Thus at t — oo 6 — 6, the
current being U/ R while the voltage at the junction is zero. At A > 1 (or J > J.) one can
calculate the integral exactly: assuming m = tan(f/2) we get

As a result

1
m=A++vV1—Atan {5\/1—/\2%;@—150)

The current being
2.m

T 1m?
We see that the current oscillates with the period 27/w = 27 /w;v/1 — A2
Having in mind that V' = (h/2e)(00 Ot) we obtain

. .2_.2 2
Vi) = R (5> = 52) w2

32 + j2 coswt + jer/5% — j2sinwt’ h

One can show that the time average is equal to

V(t) = i/o ") Vi(t) = %

2

This property is employed in metrology.
Another important property is the reaction of the Josephson junction to the external
a.c. field. Suppose that one modulates the voltage as

V(t) = Vo + v cos Q.

We obtain

e v o,
o(t) = =< [VOtJrQO + ﬁsmm} ,

h

' 2 2 2 2
i = sinf(t) = sin [Ee (Vot + 90)} oS [he—g sin Qt} + cos {ﬁe (Vot + 90)1 sin [he—g‘; sin Qt] :

Then, one should remember that

cos(a sin ) Z Jor(a)eF M =2 Z Jor(a) cos 2k82t

sin(a sin Qt) Z Jor+1(a 1(2“1 =2 Z Jor—1(a)sin (2k — 1) Qt .
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Consequently we can plug in these series into the previous equation denoting a = 2eV/hfQ.
Now, we can recall that

2e

h

2
2 sin [ (Vot + 90)} cos 2kt = sin [( thO + ZkQ) t+ 90}

+ sin {(26—;/0 — 2]{:9) t—f—@o} ,

2eVg

2 cos {2—; (VOHGO)} sin(2k —1)Qt = sin [< +(2k—1)9>t+¢9@}
—sin[(thVO—(Qk—l)Q)H—HO]

We see that at
2eV B

h

a time-independent item appears, the amplitude being

ns)

I = (=1)"J,(2ev /B sin 6.

Thus we get resonant additional contributions to the current.

Such a formulation does not coincide with the experiment where usually the current is
kept constant. To describe the situation one should solve the corresponding problem which
is more difficult mathematically but is not too difficult qualitatively. As a result, the steps
at the current-voltage curves appear (Shapira steps, Fig. 20.10).

fA.
3 ==
2 -
-f—-h
J.

Figure 20.10: Shapira steps. Different curves are measured for different amplitudes of
microwave and shifted along the z-axis.
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Registration of the steps is one way to construct Josephson detectors for microwave

fields.
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20.5 Wave in Josephson Junctions

Josephson waves

Suppose that we place a Josephson junction in a magnetic field and keep a given potential
difference. In this case,

J = Jesin [0y + (2eV/h)t + (2eHd/hc)z] . (20.4)

This is just the wave propagating along z axis, the wave vector being k = 2eHd/hc, and
the phase velocity being
vo=w/k=cV/Hd. (20.5)

Swihart waves

Do not forget that the junction has a finite capacitance, and the current has a contribution

0Q _ L0V _ Chivo

ot ot 2e Ot?
Thus
j=17 sin&—i—i@%—@@

¢ 2R Ot 2e Ot?
If we substitute this expression to the Maxwell equation

(20.6)

¢ dH by db

= =90

we obtain nonlinear wave equation

%0 10% ~00 1 .
SR Ty A (20)

G = 4 —¢ L d=-"_
O T N\ 4x2dChd, ~ V kd’ T 4O’
1

T T Ro

Here

At j. — 0, v — 0 one obtains eigen modes with velocity ¢y < c¢. These waves are called
the Swihart waves.

In the presence of Josephson current they interact with the Josephson waves. To study
such a coupling let us assume that j. — 0 and iterate the r.h.s. of Eq. (20.7):

0=0p+wt+kz+0,, 0 <omegat+kz.
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In this case we have

8201 16261 ’)/8491 1
LI O L G+ ket o). 20.
02 @or g gl (208)

From this equation,

2
G
6, = —5?] Im

Now we can calculate the average current,

B 1 (T L
JET,III/Toof/O dt/o dzj(z,1).

Expanding the expression as

expli(fo + kz + wt)]
w? — k22 —iwy) |

sin@(z,t) = cos(0y + wt + kz)sin(0;(z,t) + vanishing items

we get
wcky 1

— e 207 (w? — cgk?)? + w2y’

As a result, one obtains a clear peak (resonance) at

J

Co
Vg = Cp — V=—Hd.
C

Note that the criterion of applicability is

2
“

_4<< .C -

L w?y.

Usually the current rather than the voltage is kept constant. Then one observes the steps
at the V — I curve.

() f------
Cc

Vv 2A/e \%



20.6. PROBLEMS 407

20.6 Problems

20.1. Consider the current in a series circuit containing a Josephson junction, load
resistor, and a battery.
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Chapter 21

Mesoscopic Superconductivity

21.1 Introduction

Recent experiments on conduction between a semiconductor and a superconductor have
revealed a variety of new mesoscopic phenomena. Here is a review of the present status of
this rapidly developing field. A scattering theory is described which leads to a conductance
formula analogous to Landauer’s formula in normal-state conduction. The theory is used
to identify features in the conductance which can serve as “signatures” of phase-coherent
Andreev reflection, i.e. for which the phase coherence of the electrons and the Andreev-
reflected holes is essential. The applications of the theory include a quantum point contact
(conductance quantization in multiples of 4e*/h), a quantum dot (non-Lorentzian conduc-
tance resonance), and quantum interference effects in a disordered normal-superconductor
junction (enhanced weak-localization and reflectionless tunneling through a potential bar-
rier).

e

Figure 21.1: Normal reflection by an insulator (I) versus Andreev reflection by a supercon-
ductor (S) of an electron excitation in a normal metal (N) near the Fermi level. Normal
reflection (left) conserves charge but does not conserve momentum. Andreev reflection
(right) conserves momentum but does not conserve charge: The electron (e) is reflected as
a hole (h) with the same momentum and opposite velocity. The missing charge of 2e is
absorbed as a Cooper pair by the superconducting condensate.

409
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21.2 Bogoliubov-de Gennes equation

Electrons are subjected to a scalar potential U(r), then the single-electron Hamiltonian is

o _ [P+ (/o)A

Ho = +V (). (21.1)

2m

where A() is the vector-potential.

One can define eigenfunctions, wy,(r)|o), of the operator Hy, where w,(r) describes
orbital motion while |o) is the spin state. There are two solutions corresponding to a given
excitation energy, &,, measured relatively to the Fermi energy —

w, = wy(r)| 7Y and wz =wi(r)] ]).

If electron-electron interaction is present, then these states are not independent any more.
To find the ground state one has to minimize the proper thermodynamic potential which
includes the interaction.

The way suggested by Bogoliubov is the following. Let us construct the so-called field
operators as

U(ra) = an an, YT (ra)= Zwﬁ al . (21.2)
Here « is the spin index. The field operators meet the commutation rules.

U(ra)¥(r'8) + U ('p)¥(ra) = 0,
T (ra)U* (¢5) + U (¢ )T (ra) = 0,
Ut (ra)U(r'8) + U(r'B) ¥t (ra) = da56(r—1'). (21.3)

The operator for the particle number is then
N=>" / dr U* (ra)¥(ra), (21.4)
while the Hamiltonian can be expressed as
H = ]f[O + [:Iint
where
H = Z / dr Ut (ra)Ho¥(ra),
Hy = _g 3 / dr U (r3) T (ra) U (rB) ¥ (ra) . (21.5)

Since we are interested in the thermodynamic potential, we replace

HOHHEZHQ-FV(I')—EF
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and the interaction gUTWTWW by the interaction with the mean field A(r). Here V (r) is
some effective potential due to electron-electron interaction.
Then we arrive at the effective Hamiltonian,

Hy = / dr | Y W (ra)H.(r)¥(ra)

+ A)UH (DT (r )+ A @)U(r [)P(r1)] . (21.6)

Let us suppose now that we know A(r) and find the energy levels for the effective Hamil-
tonian (BI1.6). Since it is quadratic in W-operators we can use a unitary transform to
diagonalize it,

V(D) = D [wrtalr) = ivi(r)],

n

V(L) = ) [yua(r) + 1hon(n)] (21.7)

n

Here ~ is the system of new operators obeying the commutation relations

fy;a’}/mﬁ + ’ymﬁ’}/:,_a = 67717150(,3 9 ’Ynoz’YmB + ’Ymﬁfy'n,a — O . (218)

The functions u(r) and v(r) are unknown, and we need to derive the equation for it.
Since after the transform (BI1.7) the effective Hamiltonian must be diagonal, i. e. it
must take the form

[j[eff - Eg + Z Envr—l_ar}/noa )

no

the following commutation rules must be met,

~ A

[Heffa ’Yna} = —€nVna [Hefh fyg_a] = 67%72_04 . (219)

This equation can be used to determine the functions v and v. Indeed, using Eq. (BL1.6)
and commutation properties of the field operators we get

[W(r 1), Hea] = HeW(r T) + A(r)¥H(r |),
(W 1), Fe] = —H2U(r 1)+ A@)T(x ). (21.10)
Then we can use Eq. (BI1.7) to express W-functions in terms of u,v and 7, and then use

commutation relations (BI1.§) for y-operators. In this way we arrive at the Bogoliubov-de
Gennes equations

Heu(r) + A(r)v(r) = eu(r)
A*u(r) — Hiv(r) = ev(r). (21.11)

There is a convenient matrix form of these equations,

(% 2e) ()= (ut) oy
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Notes

e Hamiltonians H, and H? are different in magnetic field since the quantities [FihV +
(e/c)A]* are different.

e One can easily show that solutions of BdG equations for different n are orthogonal.
e if {u, v} is the solution for some €, then {v*,u*} is the solution corresponding to —e.

The last point of the derivation is to determine the potentials V and A. For that we
have to minimize the free energy,

F=(H)-TS,

calculated for the basis diagonalizing H.g. After rather tedious calculations we obtain the
following conditions:

V() = —g(U(r )¥(rl)),
Alr) = g(U(r 1)¥(rl)). (21.13)

The 1st equation is the usual Hartree result for point interaction. Substituting W-operators
from Eq. (B1.7) and using the relationship

it Yms) = OumOasf,  where fo = [e/*T 1] (21.14)

is the Fermi function, we obtain
V() = =g [Jun(®)fo+ a1 = f2)] (21.15)
Alr) = +g>  un(r)va(r)*(1—2f,). (21.16)

Equations (BI.12) together with the self-consistency equation (R1.16) constitute a powerful
scheme to solve spatially-inhomogeneous problems.

21.3 N-S interface
Model

The model considered is illustrated in Fig. PT.2. It consists of a disordered normal region
(hatched) adjacent to a superconductor (S). The disordered region may also contain a
geometrical constriction or a tunnel barrier. To obtain a well-defined scattering problem
we insert ideal (impurity-free) normal leads Ny and N to the left and right of the disordered
region. The NS interface is located at x = 0.

We assume that the only scattering in the superconductor consists of Andreev reflec-
tion at the NS interface, i.e. we consider the case that the disorder is contained entirely
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Figure 21.2: Normal-metal-superconductor junction containing a disordered normal region
(hatched). Scattering states in the two normal leads Ny and Ny are indicated schematically.

within the normal region. The spatial separation of Andreev and normal scattering is the
key simplification which allows us to relate the conductance directly to the normal-state
scattering matrix. The model is directly applicable to a superconductor in the clean limit
(mean free path in S large compared to the superconducting coherence length &), or to a
point-contact junction (formed by a constriction which is narrow compared to £). In both
cases the contribution of scattering within the superconductor to the junction resistance
can be neglected.

The scattering states at energy ¢ are eigenfunctions of the Bogoliubov-de Gennes (BdG)
equation (RI.13). To simplify construction of the scattering basis we assume that the
magnetic field B (in the z-direction) vanishes outside the disordered region. One can then
choose a gauge such that A = 0 in lead Ny and in S, while A,, A, =0, A, = A; = constant
in lead Nj.

The pair potential in the bulk of the superconductor (z > £) has amplitude Ay and
phase ¢. The spatial dependence of A(r) near the NS interface is determined by the
self-consistency relation (2I.16). The coefficient g is the interaction constant of the BCS
theory of superconductivity. At an NS interface, g drops abruptly (over atomic distances)
to zero, in the assumed absence of any pairing interaction in the normal region. Therefore,
A(r) = 0 for x < 0. At the superconducting side of the NS interface, A(r) recovers its
bulk value Age'? only at some distance from the interface. We will neglect the suppression
of A(r) on approaching the NS interface, and use the step-function model

A(r) = Ay ed(z). (21.17)

This model is also referred to in the literature as a “rigid boundary-condition”. The
conditions for its validity: If the width W of the NS junction is small compared to &,
the non-uniformities in A(r) extend only over a distance of order W from the junction
(because of “geometrical dilution” of the influence of the narrow junction in the wide
superconductor). Since non-uniformities on length scales < £ do not affect the dynamics
of the quasiparticles, these can be neglected and the step-function model holds. A point
contact or microbridge belongs in general to this class of junctions. Alternatively, the step-
function model holds also for a wide junction if the resistivity of the junction region is much
bigger than the resistivity of the bulk superconductor. A semiconductor — superconductor
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junction is typically in this second category. Note that both the two cases are consistent
with our assumption that the disorder is contained entirely within the normal region. []

Scattering theory for N-S systems: Basic expressions

We now construct a basis for the scattering matrix ($-matrix). In the normal lead Ny the
eigenfunctions of the BdG equation (R1.12) can be written in the form

£(N2) = (0 ) (k)72 @uly, 2) exp(ikim),

£uNo) = () ()72 @y, ) exp(ikha), (21.19)
where the wavenumbers k¢ and k! are given by
ke = (2m/n)Y2(EBp — B, + 0®e)'/?, (21.20)

and we have defined 0° = 1, 0" = —1. The labels e and h indicate the electron or hole
character of the wavefunction. The index n labels the modes, ®,(y, z) is the transverse
wavefunction of the n-th mode, and F,, its threshold energy:

(07 4+ 02)/2m + V (y, 2)|®n(y, 2) = En®n(y, 2). (21.21)

The eigenfunction ®@,, is normalized to unity, [dy [dz|®,|* = 1. With this normalization
each wavefunction in the basis (B1.19) carries the same amount of quasiparticle current.
The eigenfunctions in lead N; are chosen similarly, but with an additional phase factor
exp[—io®®(eA;/h)y] from the vector potential.

A wave incident on the disordered normal region is described in the basis (P1.19) by a
vector of coefficients

& = (cF(Ny), g (Na), ¢, (N1), ¢ (Na)). (21.22)

L Tt is worth emphasizing that the absence of a pairing interaction in the normal region (g(r) = 0 for
x < 0) implies a vanishing pair potential A(r), according to Eq. (BI-1f), but does not imply a vanishing
order parameter ¥(r), which is given by

U(r) = Zv*(r)u(r)[l —2f(e)]. (21.18)

e>0

Phase coherence between the electron and hole wave functions u and v leads to ¥(r) # 0 for x < 0.
The term “proximity effect” can therefore mean two different things: One is the suppression of the pair
potential A at the superconducting side of the NS interface. This is a small effect which is often neglected
in the present work. The other is the induction of a non-zero order parameter ¥ at the normal side of the
NS interface. This effect is fully included here, even though ¥ does not appear explicitly in the expressions
which follow. The reason is that the order parameter quantifies the degree of phase coherence between
electrons and holes, but does not itself affect the dynamics of the quasiparticles. (The BAG equation

(BT12) contains A not W.)
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(The mode-index n has been suppressed for simplicity of notation.) The reflected and
transmitted wave has vector of coefficients

" = (cg (N1), ¢ (Na), ¢f (N1), ¢, (N3)). (21.23)
The s-matrix sy of the normal region relates these two vectors,
A = syl (21.24)

Because the normal region does not couple electrons and holes, this matrix has the block-
diagonal form

inle) = ( §0(§€) éo(gg)* ) Go = ( p b ) (21.25)

Here §; is the unitary s-matrix associated with the single-electron Hamiltonian Hy. The
reflection and transmission matrices r(g) and t(¢) are N x N matrices, N(¢) being the
number of propagating modes at energy €. (We assume for simplicity that the number of
modes in leads N; and Nj is the same.)

The matrix s is unitary (8)5, = 1) and satisfies the symmetry relation (e, B);; =
§0 (5, —B)ﬂ

Andreev reflection

For energies 0 < € < Ay there are no propagating modes in the superconductor. We can
then define an $-matrix for Andreev reflection at the NS interface which relates the vector
of coefficients (7 (Na), ¢ (N2)) to (cd(N2), ¢, (N2)). The elements of this $-matrix can
be obtained by matching the wavefunctions (B1.19) at x = 0 to the decaying solutions
in S of the BAG equation. If terms of order Ay/ep are neglected (the so-called Andreev
approximation, the result is simply

ce (N2) = aec (Ny),
cf (Ny) = ae ¢t (Ny), (21.26)
where o = exp[—iarccos(e/Ag)]. Andreev reflection transforms an electron mode into a

hole mode, without change of mode index. The transformation is accompanied by a phase
shift, which consists of two parts:

1. A phase shift —arccos(e/Ay) due to the penetration of the wavefunction into the
superconductor.

2. A phase shift equal to plus or minus the phase of the pair potential in the supercon-
ductor (plus for reflection from hole to electron, minus for the reverse process).
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General relations

We can combine the 2N linear relations (RI1.2G) with the 4N relations (RI1.24) to obtain a
set of 2NN linear relations between the incident wave in lead N; and the reflected wave in
the same lead:

B
oy (N1) = 8ecd (N1) + 8,0 (N1)- (21.27)

The four N x N matrices See, Shn, Sen, and Spe form together the scattering matrix s of the
whole system for energies 0 < € < Ag. An electron incident in lead N is reflected either as
an electron (with scattering amplitudes S..) or as a hole (with scattering amplitudes $pe).
Similarly, the matrices Sy, and $., contain the scattering amplitudes for reflection of a hole
as a hole or as an electron. After some algebra we find for these matrices the expressions

(&) = rule) +a’ty(e)rs(— 5)Mef21(5>’ (21.28)
Sun(e) = 1ii(=e) + oty (—e)ray(e) Myts, (=€), (21.29)
(e) = aei¢t12( )Mht21(_5)a (21.30)
(e) = ae_i¢tT2(_5)Met21(5)7 (21.31)

where we have defined the matrices

~

M, = [1 = ory(e)ryy(—e)] 7,

~

My, = [1 — a?riy(—e)ra(e)] (21.32)

One can verify that the s-matrix constructed from these four sub-matrices satisfies unitarity
(hats's = 1) and the symmetry relation 5(e,B,¢);; = 8(e,—B,—¢);i, as required by
quasiparticle-current conservation and by time-reversal invariance, respectively.

Conductance of N-S boundary

For the linear-response conductance Gyg of the NS junction at zero temperature we only
need the s-matrix at the Fermi level, i.e. at ¢ = 0. We restrict ourselves to this case and
omit the argument ¢ in what follows. We apply the general formula

2 4e?
GNS %TI" (1 See ee + SheSIle) - ; Tr ‘§he‘§£e' (2133)

The second equality follows from unitarity of 4, which implies 1 — 8,8l = 5,35 =

(57.)7'8! 5, 81, so that Tr(1 — 3,8l.) = Tr5,.5l . We now substitute Eq. (R1.31) for

ee’ ee - ee

e =0 (o« = —i) into Eq. (R1.33), and obtain the expression

4e? o . e n N—Lfw A
Gxs = TTrtbtm(l + 739790) 1752175N2r1(1 + Tgﬂ%) 1’ (21.34)
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where MT = (M *)T denotes the transpose of a matrix. The advantage of Eq. () over
Eq. (B1.33) is that the former can be evaluated by using standard techniques developed for
quantum transport in the normal state, since the only input is the normal-state scattering
matrix. The effects of multiple Andreev reflections are fully incorporated by the two matrix
inversions in Eq. (P1.34).

In the absence of a magnetic field the general formula (21.34) simplifies considerably.
Since the §-matrix §y of the normal region is symmetric for B = 0, one has 7, = 73, and

t,, = t3,. Equation (R1.34) then takes the form

4e? N o A N
Cns = 7Trﬂ2t12(1+7’£27‘22) Mlatio (1 4 Pty !
4e? o n oo yo1)?
= TTT (t12t12<2_t12t12) 1) : (21'35)

In the second equality we have used the unitarity relation @2?22 + ﬂﬂtu = 1. The trace
() depends only on the eigenvalues of the Hermitian matrix f{ﬁw We denote these
cigenvalues by T, (n = 1,2,...N). Since the matrices t1yt 5, t1otly, thity, and iy, th, all
have the same set of eigenvalues, we can omit the indices and write simply #£f. We obtain
the following relation between the conductance and the transmission eigenvalues:

42 XL T2
h L= (2-T,)%

n=1

Gns = (21.36)
This is the central result for NS interface.

A formula of similar generality for the normal-metal conductance Gy is the multi-
channel Landauer formula

22 .. 2e
Gy = —Tritt = - > T (21.37)

In contrast to the Landauer formula, Eq. (B1.3¢) for the conductance of an NS junction
is a non-linear function of the transmission eigenvalues 7,,. When dealing with a non-
linear multi-channel formula as Eq. (1.30), it is of importance to distinguish between the
transmission eigenvalue T}, and the modal transmission probability 7,, = Zﬁzl [tm|?. The
former is an eigenvalue of the matrix ¢¢f, the latter a diagonal element of that matrix. The
Landauer formula (B1.37) can be written equivalently as a sum over eigenvalues or as sum
over modal transmission probabilities:

—GN = ZT = ZT (21.38)

This equivalence is of importance for (numerical) evaluations of the Landauer formula, in
which one calculates the probability that an electron injected in mode n is transmitted,
and then obtains the conductance by summing over all modes. The non-linear scattering
formula (P1.3G), in contrast, can not be written in terms of modal transmission probabilities
alone: The off-diagonal elements of t' contribute to Gxg in an essential way.
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Simple examples
Quantum point contact

Consider first the case that the normal metal consists of a ballistic constriction with a
normal-state conductance quantized at Gx = 2Nye?/h (a quantum point contact). The
integer Ny is the number of occupied one-dimensional subbands (per spin direction) in
the constriction, or alternatively the number of transverse modes at the Fermi level which
can propagate through the constriction. Note that Ny < N. An “ideal” quantum point
contact is characterized by a special set of transmission eigenvalues, which are equal to
either zero or one:

i <n<
Tn:{ 1 if 1 <n <N, (21.39)

0 if Ny<n<N,

where the eigenvalues have been ordered from large to small. We emphasize that Eq.
(RP1.39) does not imply that the transport through the constriction is adiabatic. In the case
of adiabatic transport, the transmission eigenvalue T, is equal to the modal transmission
probability 7,,. In the absence of adiabaticity there is no direct relation between T,, and

7,. Substitution of Eq. (B1.39) into Eq. (P1.36) yields
Grs = —Np. (21.40)

The conductance of the NS junction is quantized in units of 4e?/h. This is twice the
conductance quantum in the normal state, due to the current-doubling effect of Andreev
reflection.

In the classical limit Ny — oo we recover the well-known result Gns = 2Gy for a
classical ballistic point contact. In the quantum regime, however, the simple factor-of-two
enhancement only holds for the conductance plateaus, where Eq. (B1.39) applies, and not
to the transition region between two subsequent plateaus of quantized conductance. To
illustrate this, we compare in Fig. the conductances G'ng and 2Gy for a saddle-point
constriction model in a two-dimensional electron gas. Appreciable differences appear in
the transition region, where Gxg lies below twice Gy. This is actually a rigorous inequality,
which follows from Eqs. (R1.36) and (P1.37) for arbitrary transmission matrix:

GNS S QGN, for all ¢. (2141)

Quantum dot

Consider next a small confined region (of dimensions comparable to the Fermi wavelength),
which is weakly coupled by tunnel barriers to two electron reservoirs. We assume that
transport through this quantum dot occurs via resonant tunneling through a single bound
state. Let e, be the energy of the resonant level, relative to the Fermi level in the
reservoirs, and let v, /h and ~,/h be the tunnel rates through the two barriers. We denote
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o 2 4 6 8
(Er—Vo)/ha,

Figure 21.3: Solid curve: Conductance G'xg versus Fermi energy of a quantum point contact
between a normal and a superconducting reservoir (shown schematically in the inset). The
dotted curve is twice the conductance Gy for the case of two normal reservoirs. The
constriction is defined by the 2D saddle-point potential V(x,y) = Vo — %mwﬁxQ + %mwin,
with wy/w, = 3; Gxs is calculated from eq. (R1.36), with 7,, = [1 + exp(—2me,/hw,)| ™",
€nEEF—‘/b—(n—%)hwy.

v =v+7. If v < AE (with AFE the level spacing in the quantum dot), the conductance
G in the case of non-interacting electrons has the form

h Y172
—Gnyn=—"F— =T 21.42
22 " 2 4 2 oW ( )

with Tgw the Breit-Wigner transmission probability at the Fermi level. The normal-state
transmission matrix ¢;5(e) which yields this conductance has matrix elements

\Y YinV2m (2143)

1.
€ — Eres T 517

t12(€) = UlT(g)U% T(€)nm

where > yin = M1, 2, V2n = Y2, and Uy, U, are two unitary matrices (which need not be
further specified).

Let us now investigate how the conductance (B1.42) is modified if one of the two reser-
voirs is in the superconducting state. The transmission matrix product 15121512 (evaluated

at the Fermi level ¢ = 0) following from Eq. (R1.43) is

T

1
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Its eigenvalues are

. TBW if n= 1,
T"_{ 0 if2<n<N. (21.45)

Substitution into eq. (1.36) yields the conductance

4e? Tew 2 4e? 27179 2
Gng=— | —— | = — . 21.46
BT (2—TBW) h \4eZ, +77+ 7 ( )

The conductance on resonance (€, = 0) is maximal in the case of equal tunnel rates
(71 = 72), and is then equal to 4e?/h — independent of v. The lineshape for this case
is shown in Fig. PT.4 (solid curve). Tt differs substantially from the Lorentzian lineshape
(R1.42) of the Breit-Wigner formula (dotted curve). The amplitude and lineshape of the

Figure 21.4: Conductance versus energy of the resonant level, from eq. (1.46) for the case
of equal tunnel barriers (solid curve). The dotted curve is the Breit-Wigner transmission
probability (P1.42). The inset shows schematically the normal-metal — quantum-dot —
superconductor junction.

conductance resonance (21.4G) does not depend on the relative magnitude of the resonance
width ~ and the superconducting energy gap Ag. This is in contrast to the supercurrent
resonance in a superconductor — quantum dot — superconductor Josephson junction,
which depends sensitively on the ratio 7v/Ag. The difference can be traced to the fact
that the conductance (in the zero-temperature, zero-voltage limit) is strictly a Fermi-level
property, whereas all states within A of the Fermi level contribute to the Josephson effect.
Since we have assumed non-interacting quasiparticles, the above results apply to a quantum
dot with a small charging energy U for double occupancy of the resonant state.
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Disordered junction

We now turn to the regime of diffusive transport through a disordered point contact or
microbridge between a normal and a superconducting reservoir. The model considered is
that of an NS junction containing a disordered normal region of length L much greater
than the mean free path [ for elastic impurity scattering, but much smaller than the
localization length NI. We calculate the average conductance of the junction, averaged
over an ensemble of impurity configurations. We begin by parameterizing the transmission
eigenvalue 7T, in terms of a channel-dependent localization length (,:

1
T, = TR (21.47)

A fundamental result in quantum transport is that the inverse localization length is uni-
formly distributed between 0 and 1/(yin >~ 1/1 for | < L < NI. One can therefore write

N_1 Tn L/C¢min T -2 T 00
<%§)N f(T >>> ) fOfL/cmidf(COil—2 ) :/0 da f(cosh™ ), (21.48)
I 0 I COS x

where (...) indicates the ensemble average and f(T') is an arbitrary function of the trans-
mission eigenvalue such that f(7") — 0 for 7" — 0. In the second equality in eq. (P1.48) we
have used that L/(uin =~ L/l > 1 to replace the upper integration limit by co.

Combining Egs. (P1.36), (P1.37), and (P1.48), we find

00 -2 2
(Gxs) = 2(Gx) / da (M) = (Gx). (21.49)
0 2 —cosh™ “x

We conclude that — although Gng according to Eq. (B1.36) is of second order in the trans-
mission eigenvalues T,, — the ensemble average (Gxs) is of first order in I /L. The resolution
of this paradox is that the T’s are not distributed uniformly, but are either exponentially
small (closed channels) or of order unity (open channels). Hence the average of T2 is of
the same order as the average of T),. Off-diagonal elements of the transmission matrix #¢f
are crucial to arrive at the result (B1.49). Indeed, if one would evaluate Eq. (R1.3¢) with
the transmission eigenvalues T,, replaced by the modal transmission probabilities 7, one
would find a totally wrong result: Since 7, ~ /L < 1, one would find Gns ~ (I/L)Gx —
which underestimates the conductance of the NS junction by the factor L/I.

The present derivation, in contrast, is fully quantum mechanical. It applies to the
“mesoscopic” regime L < [y, in which transport is phase coherent. If the condition L < NI
is relaxed, differences between (Gng) and (Gy) appear.

21.4 Andreev levels and Josephson effect

Consider a SNS weak link schematically depicted in Fig. PT.§. We assume that the only
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- =

X

-L/2 L/2

Figure 21.5: S-N-S Josephson junction containing a disordered normal region (hatched)

scattering on the NS interfaces + = +L/2 is the Andreev one. The key simplification is
to separate in space normal and Andreev scattering, its applicability range being &£, < g
where g is the mean free path in the superconductor. The junction width is assumed
to be much smaller than the Josephson penetration depth, so the vector-potential can be
disregarded, as well as reduction of the order parameter A. Thus we approximate

| Agexp(£ig/2) for |x|>L/2,
A= { 0 for o] < L/2. (21.50)

This model is rather universal, it works also for S-S-S junctions with a constriction provided
its size is < €.

Andreev levels

Since Josephson effect is the equilibrium property let us start with the excitation spectrum.
For that we have to solve the BdG equation (R1.19) with proper boundary conditions. In
the normal lead N; the eigenfunctions are

) = () W), explikia + /2],

GEL (V) = ( ; ) (K)"V20,, expl+ik! (z + L/2)]. (21.51)

Here k&' = (2m/h?)Y2(Er — E, + 0%"¢)'/? and 0¢ = 1, ¢" = —1. The index n labels the
transverse modes, ¢, (y,z) is the transverse wave function for the nth mode, and F,, its
threshold energy. The wave functions for the lead Ny are chosen in a similar way with the
substitution L — —L.

In the superconducting lead S;, where A = Agexp(i¢/2), the eigenfunctions are

€
et /2

ss0 = Jurn ) QA - 0 e ol o L], (2052
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while for wi ,(51) the label e replaced by h. Here
i (2m/h2)1/2[EF — B, + 0" - A§)1/2]1/2, n° = ¢/2 + o°" arccos(e/Ay) .

The complex functions are defined such that Re ¢ > 0, Im ¢®> > 0, Im ¢" < 0. The
function arccos t € (0,7/2) for 0 < ¢ < 1, while arccos t = —iIn [t + (> — 1)'/2] for t > 1.
The eigenfunctions for S, are obtained by substitution ¢ — —¢, L — —L. The functions
(PT.51) and (P1.52) are normalized to carry the same amount of quasiparticle current since
we are going to use them as a basis for the scattering problem.

Now we have to introduce the proper scattering matrices. The wave incident on the
disordered normal region is described in the basis (B1.51]) by the vector of the coefficients

e = (e (00,2 (0., (), () )

(The mode index is omitted for brevity). The reflected and transmitted waves have vector
of coefficients

et = (e (0. (). (). () ).

The matrix sy relates the above two vectors as

out _ » in

An important simplification is that the disordered region does not couple electrons and
holes. As result the matrix $y has a block-diagonal form,

G (e) = ( éo(()ﬁ) gg;(o—e) ) . Bole) = ( Zi 22 ) . (21.53)

So is the unitary and symmetric s-matrix associated with the Hamiltonian Hy. The el-
ements r;. and t;, are N X N matrices in the mode space, where N is the number of
propagating modes for given e.

In a superconductor, there is no propagating modes for ¢ < A. We can then define
s-matrix for the Andreev reflection, sS4, at the NS interfaces as

M = 34cy.

The elements of §4 can be obtained by matching the functions (BI.51)) at |z| = £L/2 to
the decaying wave functions (B1.52). The result is

~ 0 A ~ €¢/2 0
Sa(e) =a ( 0 ) . Tale) = ( 42 o ) (21.54)

Here a = arccos(e/A).
For € > Aj we have to define the s-matrix of the whole junction as

out a in
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i t . . . . .
The vectors cg ™" are the coefficients of the expansion of the incoming and outgoing waves

in leads S; and Sy in terms of the wave functions (B1.52). By matching the wave functions

(PL.51) and (P1.52) at |z| = L/2 one can obtain
Sens = U (1 = MY (1 = MNsnO (21.55)

o A 0 T oA 0 A
U—a(o 7“?4)7 M_CLSN(T:Z O)‘

Now we are ready to find the excitation spectrum. For € < A there is no outgoing waves,
and $y84 = 1. Consequently, det($y54 — 1) = 0. Using the identity

where

det ( “ 2 ) = det(ad — aéa'h)

Cc

we get the dispersion relation for the Andreev levels e,
det (1 — a2(ep)rj‘4§g((ep)r,4§§(—ep)> =0. (21.56)

Short junction. The above equation allows further simplification for a short junction
with L < £. This inequality is equivalent to Ay < E. = h/7 where 7 is the traversal time
through the junction. Since the elements of S, change significantly at the energies of the
order of E, one can put So(€) ~ So(—€) ~ 59(0). Then instead of Eq. (B1.56) we get

det [(1 — /AN -ty sin2(¢/2)] =0. (21.57)
Denoting T}, the eigenvalues of the N x N matrix t,5t5, we have

€= Ao [1 - T, sin2(¢/2)} : (21.58)

Josephson current

The Josephson current can be derived from the known expression for the BCS free energy
F' for the superconductor as

I(¢) = (2¢/h)(dF/dp) .

After rather tedious calculations one can obtain the following result:

I = L+1,+ 15, (21.59)
2e de,

I, = —%Zp:tanh(ep/QkT)@,
2e o dp

I, = ——(2kT) de In[2 cosh(e/2kT)] — , (21.60)
h Ao do

2e d
L = = dr |A[?/g. (21.61)

hdo
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The 1st term is the contribution of the discrete states (Andreev levels), the 2nd one is
due to the continuous spectrum with density of states p(e), the 3d one vanishes for ¢-
independent A. For s shot junction the contribution of the continuous spectrum wvanishes.

Substituting Eq. (BI.5§) into Eq. (P1.60) we get
eA? Yo7 €p(0)
I=—"Csing » —L-tanh (2 : 21.62
5% snl(bp:1 0 tan <2kT> (21.62)

We see that, contrary to the Landauer conductance, the Josephson current is a nonlinear
function of the transmittance 7,.
For a ballistic point contact, L > [,

T _ 1 for p <N
P71 0 for p> Ny
and
I =1.sin¢, 1I.= NyeAy/h (quantized). (21.63)
In the opposite limiting case, L < [, the transmittance is small, and
GAO A AO ’/TAO
I, = —=Trit' tanh —— = — 21.64
©TTh T R T e (21.64)

where conductance G is calculated according to the Landauer formula. The above result
coincides with the Ambegaokar-Baratoff formula for a tunnel junction.

21.5 Superconducting nanoparticles

Coulomb blockade of Andreev reflection

Consider at an ideal superconducting electrode between normal bulk electrodes forming
two tunnel junctions in series, Fig. PT.6. The superconducting part modifies strongly

o

Figure 21.6: An ideal superconducting electrode between normal bulk electrodes forming
two tunnel junctions in series.

tunneling through the system which becomes sensitive to the parity of the electron number
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N in the superconductor. When N is even, inelastic tunneling cannot take place (at zero
temperature) at voltages below 2A /e, and only elastic tunneling is allowed. For odd N a
quasiparticle exists unavoidably in the superconductor, which opens an inelastic channel.

The total number N of the free electrons in the superconductor depends on the elec-
trostatic energy,

Q* eV
2 C
Here n; is the number of particles that have tunneled through ith junction, C; are junction

capacitances, and ¢ is the potential difference between the middle of the grain and the
leads at vanishing bias voltage V. The total energy can be written as

[e(N — Ny) — Cl? A forodd N
2C 0 foreven N.

U= (Cln2+an1>, Q:en—wC, n =mn; — Ny, C:CI+CQ (2165)

E(N) = (21.66)

L E(N), Eo(N)= {

Here Ny is the electron number at ¢ = 0, while Fy allows for the quasiparticle energy. The
graph of F(N) is schematically shown in Fig. PI.7. The curves correspond to different n,

+ - + -
¥op W pet @ ps1 @ paz

Ground-state energy (2} of the superconducting is-
land as a function of externally induced potential difference &
between the island and bulk external electrodes. The upper and
lower sets of parabolas correspond, respectively, to odd and even
numbers of electrons in the island. The lowest parabola at a
given ¢ defermines the ground-state energy. The intersections
of parabolas give the ¢ values at which the number of electrons
in the island is changed.

Figure 21.7: From Averin & Nazarov, Phys. Rev. Lett. 69, 1993 (1992).

and the lowest curve at a given ¢ corresponds to the equilibrium number n of the excess
electrons. One can see that the parity of the electrons is changed at the intersections.
Since the potential difference ¢ can be changed by the gate the system under consideration
behaves as a parity-sensitive single-electron transistor.
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Gy R [EII Ca.Rya
-4 AR E
é ® "
_E 1 i i i i
1.0 -0.5 4] 0.5 1.0
v [mV]

Current-voltage characteristic of NSMN Coulomhb
blockade electrometer, Two traces arc for gate voltage V; ad-
justed for minimum and maximum gap at positive voltage. Ar-
row indicates the value of 24/e =470 u¥, where the nominal
vilue of A is obtained from our aluminum 555 electrometers,
Lower inset shows electrical schematic for the electrometer,
where the boxed symbols represent ultrasmall tunnel junclions,
Upper inset depicts the device layout. Normal and supercon-
ducting metals are indicated by N and 5, respectively. The
shaded regions indicate metals used for the NSN electrometer.
The gate is actually 3 pm from the island.

Figure 21.8: From Eiles et al., Phys. Rev. Lett. 70, 1862 (1993).

The experimental I — V-curve for such a device is shown in Fig. PT.8 Specifying the
Coulomb energy for the system under consideration as

Ne)?2 N
( >=(22 + F(CV+CVi4+CY,), C=Ci+Cr+C,, (21.67)

we observe that E(N) = E(N + 2) at v = —(N +1)e/C,.

Parity-sensitive transport

To compute the current near the resonances one needs to estimate the tunneling rates I’
and I',. for the tunneling from the left lead and from the right lead to the grain, respectively.
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Vo v

Fine scale current-voltage characteristics for @
=y Fymod2e =0, ¢, and 1.06e, A small Coulomb gap is seen
for the @ =1.06e data.

Figure 21.9: From Eiles et al., Phys. Rev. Lett. 70, 1862 (1993).

They depend on the energy differences ¢; = E(N + 2) — E(N) — 2¢V; as

h %exp(ei/kT) -1

This is a golden-rule expression which differs from the normal-state expression by two
features: (i) the excitation energy corresponds to transfer of two electrons, (ii) the dimen-
sionless parameters 7y; should be calculated in the second order in tunneling transparency
since we are interested in the transfer of a pair of electrons,

1 (G A’
%_Ni 2re? ) A2 — E?

Ty =

(21.68)

2

A+E
Tz , E.=¢e*/2C. (21.69)

A—FE,

arctan

Here N; is the geometric factor of the order of the number of transverse modes in the tunnel-
ing junction, while G; is its normal-state conductance. The result for Ohmic conductance
is
G = 4762 N 1%
 h Y+, sinhY’

V =2eCy(V, — V) /CKT . (21.70)

The G vs. V,; dependence is a set of sharp peaks at V, = Vg(N). The non-Ohmic [ —V-curves
for different gate voltages are shown in Fig. PT.9.

In general, the “phase diagram” in the coordinates V' —V, showing an interplay between
single-electron and pair tunneling is observed. In general, the “phase diagram” in the
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. N
AT
Andreey ewrreat A@‘-';"':}'I?'_l_l .

Coulomb blackade ;
of Andreev reflection %

(a) Complete experimental T{V.Qo) surface for T
=15 mK and zero magnetic field showing the 2e-periodic An-
dreev current and the Coulomb blockade of Andreev reflection.
(b} A contour plot representation of the same data showing the
thresholds for Andreev reflection at each junction and the
“blocking™ thresholds. The contour interval is 40 fA,

Figure 21.10: From Hergenrother et al., Phys. Rev. Lett. 72, 1742 (1994).
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coordinates V' — V,; showing an interplay between single-electron and pair tunneling is
observed.

There are other effects regarding parity-effect tunneling which are beyond the scope of
this course. Among them are quantum co-tunneling through virtual states which competes
with the blockaded transport, non-perturbative effects for high-transparency contacts, in-
fluence of magnetic field, etc.
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Chapter 22

Solutions of the Problems

Chapter

Problem [.1. Show that (a;[asas]) = (as[ajas]) = (az]azai]).
Solution. Direct calculation.

Problem I.2. Show that only n =1, 2, 3, 6 are available.

Solution.
1 Cos¢ [0)
-2 -1 T
-1 -1/2 27/3
0 0 /2
1 1/2 x/2
2 1 0

Problem [[.3. We have mentioned that primitive vectors are not unique. New vectors can

be defined as
a; = Z 6ikak7
k

the sufficient condition for the matrix 3 is

det(Bi,) = +1. (22.1)

Show that this equality is sufficient.
Solution. The inverse transform is

-1,/
i = § 5]“ a;,
k

57‘1 _ A(ﬁzk)
i det(ﬁzk)

where

433
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where A(fB;) is the algebraic augment. Then, for any lattice vector we have
a—anak—Z Nk ABi) a‘.
det(Bir)

All the coefficients are to be integer, so we return to the condition (R2.1)).

Problem [.4. Derive the expressions ([.1() for reciprocal lattice vectors.
Solution. Let is expand the unknown vector b in terms of 3 non-coplanar vectors [a;a]
b = ajajas] + [lazas] + y]azai]. (22.2)
Then we can substitute Eq. (£2.2) into ([.9) we get

{0, By} = 27“‘” .

Problem [I.35. Find the reciprocal lattice vectors for fcc lattice.
Solution We write lattice vectors for fcc as

a

a; = §<y+Z),

a, = g(z—irx),
a

a; = §<X+Y)

(see Figl.6). The volume of the cell is Vy = a®/4. Making use of the definition ([[.10) we
get

2T

by = —(-x+y+3),
27

by, = ?(—y+z+X)7
2

b, = ?(—z+x+y).

Problem [[.6. Find the width of the scattering peak at the half intensity due to finite size
of the chain with N sites.

Solution Introducing the dimensionless quantity x = NaAk’/2 where Ak’ is the peak’s
width at the half intensity we get the following equation

sin®z = 2%/2.
The solution is x ~ 1.38.

Chapter
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Problem R.1. Derive the dispersion relation (2.9).
Solution. Substituting (B.§) into Eq. (B.71) we get

—mw? = —-C (2 — e eiq“) .
Then one can use the relations (B.)) and (B.2) of the Appendix B.
Problem R.2. Derive the expression (B.13).
Solution From the Egs. (@), (2.12) we get dw = a\/gl cos $|dg and dg = 2%dg. The

number dz of the vibration modes within the interval (—7/a, 7/a) is equal to 2z because
one has to sum over £q. Collecting these expressions and using the formula

2
cos%z,/l—sirﬁ%: 1_4g/m

we get the formula (2.13).

Problem R.3. Derive Eq. (2.25).
Solution Substitute expressions (B.23) to Eq. (B.24) and do algebra.
Problem 2:4. Prove the relation of the Section H.

. . o 1ol e oy 5% o
Solution To prove the relations it is enough to apply the equilibrium condition ( Fug >0 =

0 for constant displacement ug of all the atoms.

Problem R.5. Prove the relation (2.35).
Solution Use the definition (2.34) of the dynamic matrix and its property (2.29).

Problem R.6. Prove the equation (R.74).
Solution. We express the displacements according to the definition (2.72) and get

T = %Z[%:ejka(q)dj(qﬁe’“a“] =

Nko
! y i * .k —id’
= v 2 [ej’m@%‘(q’ t)e' ™ el (Q)a) (d' the qa“] .
Nka qjq’j/

Then we use the condition

Z eila—q)an _ Né,q .

n

Problem R.7. Prove the expression (2.77) for the potential energy.
Solution. We have

1 kk' /
O = 5 Pup ( . > Ung U =

all

1 kk' 1
= =) Pup| ) ———=x
2N nn MM
all

XY ejral@)i;(a, )t e, (q)d (o t)e ™

ajq’j’
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Then, let us transform

Z ( kk' ) i(q'a —qa,) _
Vm k’ T
nn’
KK\
_ Z il ~a)a Z < > il (o) _
\/_

= qu(l/D(I;]g(q) .

Now we can sum over ¢’ and use the equation of motion (B.2() and normalization condition
for eigenvectors e;.

Problem R.8. Prove the expression (2.79).
Solution. According to the definition and equation of motion

i@ = 5@+ Q-a)+
T Z”“[Q]( Q) - Q;(q)] -

Combining this expression with the expression for a; and inserting into the expression for
the energy (B.76) we get the expression (2.79).

Problem R.9. Prove the expression (2.90).
Solution. One can use the definition (B.89) and the recursion formula

Hzlv(g) - 2NHN—1(§) :

Chapter

Problem B.1l. Derive Eq. (B.19).
Solution. Substituting (B.14) into (B.15) we get

1 ; /
Up(x) = N Z e Ma/h?ﬁp’ () = ¥p(x).

Problem Prove the orthogonality of the Wannier functions.
Solution.

[ ui@qwn(o)de = 5 3T @y (@) do =

pp’
wh/a

ip(n—m)a a ip(n—m)a ar
_ Nzep = L /ep< Ja/hbar g,
—7h/a

_ {sm[w(n—m)]/[w(n— =0 A

1, n=m
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Problem Derive expression (B.10).
Solution. Expand both numerator and denominator in powers of h and 1.

Problem Derive expression (3.24).
Solution. The number of nearest neighbors is 6. We have

1-6

Z eik:ao _ Z (6ikia + e—ikia) '

0 A

Problem B.5 Prove the identity (B.39).
Solution. We expand the exponential in the series

1
exp(aV) =1+aV + i(avf 4.

and than we see that it is just the same as the expansion of the shifted function.

Problem B.G. Prove the formula (B.4T).
Solution. We start from the SE for the Bloch function

V2 + % [e(k) =V (r)]y=0.

Then we take the partial derivative of the equation with respect to, say, k, with the account
of relations
0 oY

Oe
o ) = V]G = 250+ (= V)5 (223)
0 0 0
a/i = o (ue™) =iz + ekralzc : (22.4)
and - o0 3
2 — 92 T2 2 [ ikr U
\% o 2zax +ixV=y +V (e 6m> : (22.5)
As a result, we get
0 2m Oe , 9 2m
21% + ﬁakziﬂ—l—ub'{v Y+ F(s— V)w} +
2 2_m . ikr du _
+ {V + 2 (e=V)le o 0 (22.6)

where the curly bracket vanishes according to SE. Then we multiply the equation by *
and integrate over r:

, e, 2m Oe .
22/¢ %d?’r + 2 0k /2/)@[1d37‘+

L Ou 2m
ikr 2 * 13
/e W [V +—2(5—V)}¢ d’r =0, (22.7)
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where we have used the integration by parts. The last item in the l.h.s. is also equal to
zero (SE) and we come to the result.

Chapter 4

Problem @A.7]. Calculate the partition function for a harmonic oscillator.
Solution. Using the definition, we get

7 — g—hw/2kpT Z o~ Nhw/kpT
N=0
The we use the formula for geometric progression to get the result.
Problem H.2. Prove the expression ({L.11)).
Solution. Use the formulas &;, = h%k*/2m and

6[z—f<y>1:%;5?

where z, is determined by the condition f(z,) = 2.

Problem B.3. Calculate temperature-dependent corrections to the chemical potential of
a Fermi gas.
Solution. To calculate the integrals with the Fermi function

- T XE) () de

it is convenient first to integrate by parts. If we introduce

it is easy to show that

I— /OOO () (—%) d=.

At low temperatures the function (—%

of this fact. Namely, we expand ¢(¢) as

) behaves as J-function at we will take advantage

p(e) = wler) + @' (er)(e —er) + %w”(eF)(e —ep)’ + ...

and introduce dimensionless variable n = (¢ — e¢p)/kgT. We have
dfo e "
——— | de = —— dn.
(-5 = e

I = (,O(EF) -+ k’BTQO/(EF)[l + (k’BT)QgD”(EF)IQ + ...

Finally,
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where
n?e~"dn i

P ? /02(6—n+1)2 6

Making use of the last expression we get
2 (kgT\?
8 (S

that leads to the expression we are interested in.

2/3
e =l

Problem @4.4. Calculate specific heat for the Boltzmann gas.
Solution. Use the general expression (f.16) with the Boltzmann distribution function.

Problem [.5. Derive expression ([.27)for magnetic susceptibility.
Solution. Use the general procedure outlined in the Problem 4.3 with

p(e) = 9(e).

Problem .. Derive the formula (£.33).

Solution. We chose the integration variable to

_e—-N-1)2
N kgT
and take into account that .
/ y*e v dy = VT
0 4

Then the sum over N can be done as the sum of geometric progression.

Chapter @

Problem B.1. An electron with a energy spectrum

2 2 2
Py Dy P

£ =
(p) 2m, + 2m, + 2m,

is placed into a magnetic field parallel to z-axis. Find the cyclotron effective mass and
compare it with the density-of-states effective mass defined as

ﬁmz/%yz

g(e) 73

Solution. The equation for the electron trajectory, e(p) = ¢ for a given p,, has the form

1 2 2
2e —p?/m, \m, My
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This is the ellipse having the area
S(e,p.) = m(2e — pi/m.)/mgm, .
Thus, according to definition,

1 0S(e,p.)
Me = ————F—= = /MMy, .
s

Oe
According to the definition of the density of states,

0(6) = s | Aondnn-Se(p) — .

Introducing new variables as

Px25v2mx, by =1 mea py:C\/sz

we obtain that

myg = (mxmymz)l/B’ )

Problem [6.2. Derive the Drude formula (.17).

from the expression
o =e*D(ep)gler).

Solution. For zero temperature we have

on 3n 3n

Q(EF):@:§;:WW2-

Problem B.3. Assume that that the electrons obey Boltzmann statistics,
—€
o) =ewp (5°)

Ter(e,T) x .

and that

Expressing the transport relaxation time as
Tu(e,T) = 1o(T)(e/KT)"

find the expressions for Drude conductance at wry < 1 and wry > 1.
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Solution Using the definition of Drude conductance we get

B ['(r+5/2)
(To) = T(T)W )

Thus, oo < 70(T).
At large frequencies,

Reo(w) =

Zw <i> - mwzf;T) F(ﬁg/;f) '

Tt T

Problem B.4. Compare thermoelectric coefficitns 7 for degenerate and non-degenerate

electron gas. Assume
T.(e,T) = 10(T)(e/ET)" .

Solution. Tt is practical to introduce the integration variable x = /T and denote
(* = (/T (here we skip the Boltzmann constant k for brevity). Then

(_%> = %exp(C* _ l‘) ) 9(5)D<€)(6 — g) = Q(T)D(T>T(x . C*)xr+3/2.

Thus

n = —eg(T)D(T)e™* /OOO dw (v — C*)a"+¥/2ee
= —eg(T)D(T)e* [D(r +17/2) = C'T(r +5/2)].

Similarly,
oo = e2g(T)D(T)e* T'(r + 5/2) .
Thus, introducing k we get
k

Note that
n=e g(IT(3/2) — (= —lnﬁg—fﬂ)T.
In the Fermi gas,
20D(0) = -+ 3282,
Thus according to the definition,
k w2 kT
o= —g(r + 3/2)§T .

Problem 6.5. Using the Wiedemann-Franz law compare the coefficients £ and ( for a
typical metal.
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Solution. We have the relation k = [ — Tna. The ratio Tna/f (according to the
Wiedamann-Franz law) has the order

Tn?e? (kBT 2
oTok: ~ \ ep )

Problem [6.6. Derive the expression (p.26) for the screened Coulomb potential.

Ze —r/re

p=—€ )
T

Solution. In a spherical symmetric system it is natural to chose spherical co-ordinates,
the Laplace operator for the angle-independent case being

1 d de
V2, — 2
7T (r dr>'

Substituting this expression to the Poisson equation we get

1
u”——u=0—>uo<exp<—£).

2
Ty Ts

Problem [B.7. Derive the expression (5.27).

W (8)  drngw Gl 2
T 22(1 — cos ) + h2/2mr?

Solution. One should calculate the matrix element

—r/Ts

vx M = /d‘q’re“"r
,

where q = k’ — k. We have

M =27 fooo rdr f_ll d(cos 3) exp (igr cos3) - exp <_i> _
=47 fooo drw exp (_é> = 4?” Im fooo dr eXp(Zq B é)r _ 27r72.

Using the property k = k' and the equality

¢* = 2k*(1 — cos ) = 22(2m/h*)(1 — cosf)
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we get the result.

Problem 6.10. Derive the expression for the solution of the Boltzmann equation

o Of B+ (ufcf(HEH + (u/c) [EH]
" Oe 1+ p?2H?/c?

Use this expression to find the conductivity tensor.
Solution Use the relatuion (p.51), determine the coefficients «, # and v and then sub-

sttitute them into initial expression for G. The calculation of the conductivity tensor is
straightforward.

Problem B.12. Using the expression (p.71) find imaginary part of 1/e(q,w) which is
responsible for damping of the wave of electrical polarization.
Solution We have

1 w/Tm 1 WTM

elqw) T (@®D +1/7y)2 +w? e (1+ ¢?/r?)? + Wi,

Chapter [7]

Problem [7.1. Derive the equation ([7.3).

1 2 20 \?
0= Imqg /3 <47mw0b) '
Solution. Start from the equation ¢® = 4miwo/c* and substitute o = iaoy/ql. We get
¢* = —Arawoy /Pl = (drawoy/c*l) e

The following way is straightforward.

Problem [7.2. Derive the dispersion law for plasmons.
Solution. We have

—iw(liqv/w) H1+1—V+ (%>2+“}

The longitudinal conductivity contains

2 2t 1 3
1+szz+<qzvz> I :U200829+QUCOS49: 1_|__q_ )
w w u)2 3 5 u)2

Consequently, the dispersion equation for the Fermi gas has the form

WQ 3QUF 2 3QUF 2 9 2
l—ﬁ(l—l—5 2 )—O—md = w, <1+5 2 ):wp<1+g(quF))-

p p
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Thus, we come to the dispersion equation

W_z% (1+(9/5)(grrr)?)

P11 @) ()

or
W~ wy(1+ Tq*rp/5).

Problem [7.3. Derive the dispersion relation for electromagnetic waves in metals.

4w
det |¢*0i — Giqr — 2 Cik| = 0.

Solution. We start from the Maxwell equations

4 10H
CU.l”lH:—ﬂ—j, curlE:——a—
c c Ot

and take the curl of the second one with the identity
curlcurl E = grad divE — VE.

After the substitution j; = ), 0., E) we come to the result.

Chapter §

Problem B.1. Compare electrical and mechanical energies carried by the wave in a piezi-
dielectric.
Solution. The density of electrical energy in the insulating sample is

0, = (ED) _ coq*|¢? _ 14w Bi giquun|2
‘ 4 87 2 €0q> '

The mechanical energy can be estimated as

wu?)y  1/2
Qm = 2/)—<2 ) et/ (T
p

Thus )
& 47T’5i,kl%¢]kul ’

Qm X= €opw?q*|u;|?

Problem . Find the relation between the amplitudes of electric files and deformation
for the case of acoustic wave in a piezoelectric semiconductor. Compare electrical and
mechanical energies carried by the wave.
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Solution. Taking into account the Poisson equation
divD = 4me(dn)

together with the expression (B.7) for the electrical induction D and expression (B.10)
yields
6= 2.4775¢,k1qz'ukl _ Z.47Tﬁi,kl%'ukl —iw + ¢*D
’e(q,w) Pey  —iw—+ @D+ 1)1,

(22.8)

Problem Find dc current induced by a acoustic wave in a non-degenerate piezoelectric
semiconductor.

Hint: A dc current appears in the second approximation in the wave amplitude. Thus

Jae = (0FE —eD(00n/0r)m.)

(00)E)
= 2{(on)E)
= - .
Solution. Using the hint we write
. o .
Jde = %Re[(én)wEw]
_ a0 :
- 2en Im[(5n)w¢w] :
Then, we have from (8.10)
- g 2
(5n)w - 6(—7,(,d + qu)q ¢w .

As a result,

jdc -

o [ €o|du|*q? W/ Tm

en 47 w?+ (¢?D)?°

Now we can express the actual potential @, through the bare one, ¢°, as
wa = ¢g/€(qaw) :

As a result,

_ o [([e]Pe W
e = cnw \ e, q(l + ¢?/K?)? + Wt}
Here w is the sound velocity The coefficient

Weg ’¢w ’26]2
47

has the meaning of the flux of electric energy due to the wave which is connected to the
flux in mechanical energy, S as x.S. The the product

Wi,
1+ ¢2/r?)? + w272

Xq(
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is nothing else than the absorption coefficient I'. Finally we obtain

ol'S
Jde = — -
s
Chapter 9

Problem P.7]. Calculate dipole matrix element for the transitions between adjacent sub-
bands in a rectangular quantum well with infinite potential barriers. Assume that light is
polarized perpendicular to the well.

Solution Normalized wave functions are

") = 2 | cos(mnz/W), n odd
g VW | sin(mnz/W), n even

Thus, for odd n

(nlpz|n +s) = (n+ s[p:|n)

2h w/2
= —i—= dz cos(mnz/W)(0/0z)sin[r(n + s)z/W]

W J w2
_ 2h [2sin(msn/2) + sin(ns®/2) + sin(mns + 75 /2)](n + )
W s(2n + s) '

For s = 1 the matrix element is
_4ihn(n +1)
W 2n+1

Problem @.2. Make a similar calculation for a parabolic confinement
U(z) = (1/2)mw?2>.

Define w from the request that the typical spread of the ground state wave function is W
and compare the result with the case of rectangular confinement.
Solution. The solution is similar. The typical confinement length is related to the

frequency w as
W=+vh/mw — w=h/mW?.

From textbooks in quantum mechanics,

h
nlp.n+s)=1 nds_1 —vVn+ 1d,1].
(nlpofn + ) = i Vb, = Vi 1o,
Chapter 16

Problem [6.1. Derive Eq. ([[6.3).



Solution. For A || z

ArR)R
/ (ACR)R e gy — A / R*dR d(cos0) dw—(zg)Re—R/CO =

4

R4

9 cos@_R<_47r
_A/Rdecose dp—rs— /0_3—§0

Chapter [I7

4477

Problem [[7.1. Prove that the areas under magnetiation curves are the same for type I

and type II SC with the same H..
Solution. Introducing G-potential as
BH

G, = Fy(B) — e

we note that is should be minimal in an equilibrium state with fixed H :

9G.\
(aB)H‘Q

B? BH
81 4t

For a normal state
G,=F,+

From the stability condition for the normal state (aG") ;=0 we get B=H and

0B

H2
Gp=F,— —.
8

Now let us change H by 0H. We get

0 B—H
g \Cn =G = — =M

Now we can integrate this relation over H from 0 to H., (where G,, = Gs—equilibrium!).

At the same time, at H = 0 G; = F; and (F,, — F,)p—o = H?/87. We get

H62 2
MdH = A .
0 8

Consequently, it depends only on H..

Problem [7.2. Derive Eq. ([7.15).

Solution.
@ B 0°G 0B B OH(B )aB E@H(B)
or 0B2 0z 47r OB 0Or 4r Ow.
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Chapter I8

Problem [8.3]. Prove the Eqgs. ([[8.9) and ([8.10).
Solution. For Eq. ([8.8)

A2
E=F—¢erN = ka (et + maey) + 20 (1 — ey — )] — ==
k

A
with
A= )\Zukvk(l — Nk — nkl).
k
We get
o0& A JA
m = 4Uk€k(1 — Nk — nkl) — 2xm =

A du
= 4Uk5k(1 — Nk — nkl) — Q—A(uk + Uk—k)(l — Nk — nkl) =
A d?)k

A
= 4kak<1 — Nk — lel) — 2u—(1 — 2’0&)(1 — Nk — lel) =0.
k

This is just the result we need.

Problem [[8.2. Prove Eq. ([8.1§).
Solution. We have

_ Tt _ T T
Hine = — A\ Z akﬁTak’zlakﬂale =—-A Z <uk/104k,1T + Uk'la—k’ll> <ukf2ak,2l - Ukéa—k’ﬂ> X

X <uk2ak21 - 'Ukzaikﬂ> (uk1 Qi1+ Vi, aiku) :
We get

ToaT i i
<U1(/1ukéOék,lTOékél — Ukllvk/QOé_klllCY_kéT + Ukll uk/QOé_klllCYk/Ql — ukllkaQOék,lTOé_kéT X

T ] t ]
X (ukzukl&kzﬂkn T Uk Uk O g 1 Oy | 7 Ukey Uky Oy | Vg | — Ukep Uy Xy 1 Oy 1

Now we should remember that k # k;. onsequently only the following combinations lead
to non-zero averages

T T T T
<’Uk/1uk/2a_klll&k/2l — Ukll’l)kéOék,lTa_k/QT Uk, Vk, ak2la—k1l — kaukla_kQTale —

T T T T
— Uk’l ukfzubvkl <Oé—klllak’21ak21a—kll — ukll ’Ukéqu’Ukl Oék/lTa_k/QTaleog_kll —

Tt T T
— Uk, Uk, Vi, Uk, <oz,k/1lozk,2loz_kﬂozk1¢ + U Vi Vi, Uk, per 1 Oty 1O gy 1 Ol 1
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To get nonzero averages we put ki, = —k/, k; = —ks. Consequently, we have

’Uk/1 U,k/l Uk, Vi, X

f t i f
<<a_k’lla_k,lla_klla/7kll> — <ak’1Tak/1Ta_k1ia—kll> —
. t t _
- <O‘fk’lio‘—kuaknakﬁ> - <ak’1Tak'1Tak1Tak1T>> =
= Uk Uk, Uk, Uk, [(1 —ngg) (=i ) = migr (L= noigy) = (1= nog)ng, + gy,

Combining the formulas we come to the final result.

Problem [8.3. Check Eq. ([8.20).

Solution. It is checked directly by use of Bogoliubov transform.

Chapter

Problem R0.1. Consider the current in a series circuit containing a Josephson junction,
load resistor R, and a battery.
Solution. The voltage is

V=U-RI=U-J.Rsin.

According to the Josephson formula,

do 2e 2e . . JCR
a—%V—%(U—JCRsmH)—wJ(l—)\51n«9), A= T

As a result

do
wj(t_to): 1—MAsinf

At A > 1 there is a pole in the integrand at 6y = arcsin(1/\). Thus at t — oo 6 — 6, the
current being U/ R while the voltage at the junction is zero. At A > 1 (or J > J.) one can
calculate the integral exactly: assuming m = tan(f/2) we get

1
m=A++vV1—Atan {5\/1—/\2@]@—250)

The current being
2.m

T 1lrm?

We see that the current oscillates with the period 27 /w;v/1 — A2.
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Appendix A

Band structure of semiconductors

Let us start with atomic structure of few important semiconductors.

IV Semiconductors
C  1s%2s%2p?

——
Si 1s5225%2p% 35%3p?
——
Ge 1522522p°3523p83d"°0 45%4p?
~——
III-V Semiconductors
Ga 15225%2p53523p03d'0 45%4p’
——
As  15%25%22p53523p83d10 45%4p?
——
Important feature - outermost valence electrons are made of either s or p orbitals.

We will classify the band structure of following a simple tight-binding approximation.
Namely, we look for the wave function in the form

Uy (r) = Z kR Z b,o(r — R)

where ¢, (r) are atomic eigenfunctions. From the Schrédinger equation we have

B - Enlbn ~ 3 b, [ / Pr ¢ (1) b (1) AU ()

+ 3 [ Er oo, maU e

R#£0

Here AU is the deviation of the real potential from the superposition of atomic ones. It is
not small only in the places where atomic wave functions are small. Usually, the integrals

/ & % (1) b (1) AU (1) o B

and thus lead to a renormalization of the on-site energy.

451
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Single atomic s-level

In this case, by = 1. Denoting
a®) = [droiwo-R)
5. = - [@romemav)

WR) =~ [ o mon - RIAUR
and neglecting (for simplicity) a(R) we obtain
E(k)=E,-B,— Y ~v(R)e™*.
R£0

It is reasonable to keep nearest neighbors. A simple example is fce cubic lattice, where 12
nearest neighbors are situated at

%(il,il,o); %(il,o,il); %(O,il,il).

In this case,

ks k k k. k, k.,
E(k) = E, — (3, — 4y COSTGCOS%G —l—cos%acosTa —|—0087acos 2@

Let us examine important points, Fig. [A1].

e ['=(0,0,0), zone center,

e X = (1,0,0) and 5 other equivalent points,

o [ =(1/2,1/2,1/2) and 7 other equivalent points,
o L= (3/4,3/4,0)

o L= (1,1/2,0).

The opposite L points are connected by a reciprocal lattice vector, and real degeneracy is
only 4-fold. X-point has only 3 distinct analogs in the 1st BZ. We get the following band
structure

Along T'X k, =27a/a 0<a<l
ky = ky =0
E(k) = FE, — (s — 4v(1 + 2 cosma)

Along 'Lk, =k, =k, =21a/a 0<a<1/2
E(k) = E, — 3, — 12y cos® ma)

Along 'Kk, =k, =271a/a 0<a<3/4
k.=0

E(k) = E, — 3, — 4v(cos® Ta + 2 cos wa)

Near the I' point,
E(k) = E, — B3, — 12y + y*k%ad® .
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Figure A.1: Brillouin zone of fcc lattice.

The case of s and p orbitals

In this case, we have 4 wave functions,s and p;, © = x,y, 2. Moreover, there are 2 atoms
per unit cell, 7 =1, 2,

Ykr)=> > Z Cinj(K)dmj(r —1; — R;)

where R, stand for unit cells.
The coefficients are determined from the Schrodinger equation,

(mjr|H = El¢(k)) = 0.

This is impossible to do in general, and there are many approximate methods. One of
the simplest is sp? nearest neighbor expansion, which ignores spin degrees of freedom. We
shall not go along this way leaving this for special courses.

Spin-orbit coupling

It is difficult to calculate spin-orbit interaction in crystals, and it is usually done with
adjustable parameters.
Here we consider simple examples using tight-binding approximation,

H:th+Hso.
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The interaction Hamiltonian is usually written as
Hso = AL - S,
the total angular momentum being
J?=(L+8)>=L*+S%*+2LS.

Thus,
2LS) = (J* —L* - S*) =R°[j(j+ 1) —l(l+1)—s(s+1)].

Here we face a problem — all this considerations are applicable to the eigenfunctions of a
given total angular momentum. So first one must decouple electronic states into the eigen-
functions of a given angular momentum. Original p-states are in fact linear combinations
of such functions, e.g.

Pr = 7( G101+ d1,-1)
7

Dy = 7(¢11+¢1 1)
P = ¢1,0

3 . +ig

$1,41 = TF4/-—sin fe
8
3
b10 = o cos 0 .

Here ¢;; are eigenfunctions of the operators L? and L, with respective quantum numbers
[ =1and [, = j. Then we must add spin and decompose mixed states to get eigenfunctions
for total angular momentum. In this way one gets (see Quantum Mechanics)

D232 = %(pzﬂpyﬁ
iy = %[(psﬂrwy)l —2p. 1]
Vysan = ~Y2le—in) T 4201
Biacay = (=i}

Dijprp = %[(px Tipy) L +p 1
®acap = ——=lp=in) 1 . |
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Then one can invert this set of equations to express |p;, s) through the functions ®;,,,. For

references,

j2

jZ2° )

Py 1

Pyl

-1

j2

1 V2
—P3/23/2 + %‘33/2,71/2 — ﬁ@l/z,yzl

- X Y
+P3/0 _3/2 — ﬁcb?,/m/z - ﬁ®1/2,1/2]

1 V2
D3/3/0 + ﬁ@3/2,—1/2 - ﬁq)l/Z—l/Q]

- , Y
+P3/0,_3/2 + —=P3/2.1/2 + —@1/2,1/2]

V3 V3
V2

SRS RS R T

= —=P301/0 — %‘51/2,1/2

=

V2
ﬁ@g/z—m - %@1/2,—1/%

Finally, we can write the spin-orbit Hamiltonian as

oo = W5+ 1) — 1141) (54 1))

For p-orbitals, [ = 1, s = 1/2 while j is given by the first index of ®;;. One can prove that
the only non-vanishing matrix elements in p representation are

(po 1 [Huolpy 1) = _Z%
1 Halpe 1) = 3
Py T Hsolp- 1) = —@%
(b | [Hoolpy 1) = é
(Po | [Hoolp= T) = —%
Py | Hoolp:= 1) = —i%,

Here A = 3\h?/2 is the spin-orbit splitting. As a result, we arrive at the following structure
of valence band, Fig. [A72 Spin-orbit splitting is given in the table [A
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Figure A.2: The general form of the valence band including spin-orbit coupling.

Semiconductor | A (eV)
Si 0.044
Ge 0.29
GaAs 0.35
InAs 0.41
InSb 0.82
InP 0.14
GaP 0.094

Table A.1: Spin-orbit splitting for different semiconductors

A.1 Symmetry of the band edge states

One has to discriminate between direct gap (GaAs, InAs) and indirect gap (Si, Ge) materi-
als, Fig. [A.3. In direct gap materials the conduction band minimum occurs at I'-point and
have a spherically symmetric central cell function. So they are made of s atomic states.
As one goes apart, admixture of p-states appears. This implies important limitations for
selection rules.

In the valence band, he have

Heavy holes:

1
‘I>3/2,3/2 = _E(lpx> + Z'|10y>) 7

G35 32 = (|pe) — i|py>) !

Sl
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Direct Indirect
(k=0) (k =X point)
Stype s+p (longitudinal)
p (transverse)
/\ Heavy holes
Light holes
/\ Spin-split holes

Figure A.3: Schematic description of the nature of central cell functions.

Light holes:

G301/ = —% [(Ip2) +ilpy)) 1 —2[p2) 1]
a1y = % [(1ps) — ilp,)) T +2Ip2) 1]

Split-off hole states:

Qio10 = — [(Ipz) +ilpy)) | +p2) 1]

(1)1/2,—1/2 = - [(|p1’> - ley)) T +|pz> U

Sl

A Brillouin zone for silicon is shown in Fig. A2

A.2 Modifications in heterostructures.

457

An important feature is how the bands align. Three type are usually studied, Fig. [A.5.

The problem of band offsets is very complicated, and several theories exist.

Quantum wells

Let us discuss the case where the well region is made of direct gap material, so conduction
band states are of s-type while valence band states are p-type. For simplicity we discuss
square-box confinement, Fig- [A.. Within the effective mass approach the Schrodinger
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equation for the electron states is (in the following we do not discriminate between m* and
m)

2m*

h2
P W+vgﬂ¢=&¢
Looking for the solution as
¥(r) = bt ()
we have the equation for f
h? 02
—— 4V =FE.
[ 2m* 0z2 + CZ)} v
For an infinite barrier, its solution has the form

™z

f(z) = cos W if n is even
= sin %, if n is odd
po— T
2mW?
Then the total energy is

h2k?

E=E,+—

2m

The situation for the valence band is much more complicated because the heavy- and
light-hole states mix away from k = 0.

A.3 Impurity states

A typical energy level diagram is shown on Fig. [A.7 Shallow levels allow a universal de-
scription because the spread of wave function is large and the potential can be treated as
from the point charge,

U(r) = ée*/Jer.

To find impurity states one has to treat Schrodinger equation (SE) including periodic
potential + Coulomb potential of the defect.

Extremum at the center of BZ

Then for small k& we have
h2 k>
E = )
(k) 2m

We look for solution of the SE
(Ho+U)Y = Ev
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in the form
Y=Y Bu(K)pui(r),
/k/
where ¢, (r) are Bloch states. By a usual procedure (multiplication by ¢%, (r) and inte-
gration over r) we get the equation

[E,(k) — )+ > Uik Bu(k) =0
lk/
1 e
U k!  — v /u:kun/klel(k _k)rU(r) dr .

Then, it is natural to assume that B(k) is nonvanishing only near the BZ center, and to
replace central cell functions u by their values at k = 0. These function rapidly oscillate
within the cell while the rest varies slowly. Then within each cell

/ Uy o U0 AT = Oy
cell

because Bloch functions are orthonormal. Thus,
[Eu(k) — E]Bu(k)+ ) U(KK)B,(K) =0

4me?

[ o
U(kk) = v/e“kbk U (r) dr = kWP

Finally we get

h2 k2 47re?
R g _ (K
[ 2 } S B

where one can integrate over k in the infinite region (because B, (k) decays rapidly).
Coming back to the real space and introducing

F(r) = % > Bu(k)e™

we come to the SE for a hydrogen atom,
R _, €
——V*— —| F(r)=FEF(r).
[ 2mv er} (r) (r)

Here
1 e*m
FEF, = ———— t=1,2...
t 12 2¢2p2’ ’
F(r) = (7ra3)’1/2 exp(—r/a), a= h%/me2 )

For the total wave function one can easily obtain

Y = tpo(r)F(r).

The results are summarized in the table.
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Material | € m/myg | Eis (th.) | Es (exp.)
(meV) (meV)
GaAs 12.5 |1 0.066 | 5.67 Ge:6.1 Si: 5.8
Se: 5.9 S:6.1
S: 5.9
InP 12.6 | 0.08 6.8 7.28
CdTe 10 0.1 13 13.*

Table A.2: Characteristics of the impurity centers.

Several equivalent extrema

Let us consider silicon for example. The conduction band minimum is located at k, =
0.85(27/a) in the [100] direction, the constant energy surfaces are ellipsoids of revolution
around [100]. There must be 6 equivalent ellipsoids according to cubic symmetry. For a
given ellipsoid,
E= i k, — kD)2 i K2+ k.
_ng(z z) +2mt($+ y)‘

Here my = 0.916mg, m; = 0.19my. According to the effective mass theory, the energy levels
are N-fold degenerate, where n is the number of equivalent ellipsoids. In real situation,
these levels are split due to short-range corrections to the potential. These corrections
provide inter-extrema matrix elements. The results for an arbitrary ration v = m;/m, can
be obtained only numerically by a variational method (Kohn and Luttinger). The trial
function was chosen in the form

2 2 271/2
F:(Waai)lﬁexp{_ {x ng + 2 } }

a

and the parameters a; were chosen to minimize the energy at given ~. Excited states are
calculated in a similar way. The energies are listed in table [A.3.

Table A.3: Donor
because of chemical shift

Material Eis (meV) Eyp, (meV)
Si (theor.) 31.27 11.51

Si(P) 455 33.9 32.6 | 11.45
Si(As) 53.7  32.6 31.2 | 11.49
Si(Sh) 427 329 30.6 | 11.52
Ge(theor/) 9.81 4.74
Ge(P) 129 9.9 4.75
Ge(As) 1417 10.0 475
Ge(Sb) 10.32  10.0 4.7

ionization energies in Ge and Si.

Experimental values are different
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Impurity levels near the point of degeneracy

Degeneracy means that there are t > 1 functions,
I J=1,2.t

which satisfy Schrodinger equation without an impurity. In this case (remember, k = 0),

P = ZF @l (br).

The functions Fj satisfy matrix equation,

t 3

SN Hpaps+ U)oy | Fy = EF;. (A.1)

i'=1 La,p=1
If we want to include spin-orbital interaction we have to add

1
4Am§c?

Hso = [cxVV]-p

Here o is the spin operator while V' is periodic potential. In general H-matrix is com-
plicated. Here we use the opportunity to introduce a simplified (the so-called invariant)
method based just upon the symmetry.

For simplicity, let us start with the situation when spin-orbit interaction is very large,
and split-off mode is very far. Then we have 4-fold degenerate system. Mathematically, it
can be represented by a pseudo-spin 3/2 characterized by a pseudo-vector J.

There are only 2 invariants quadratic in p, namely p? and (p - J)?. Thus we have only
two independent parameters, and traditionally the Hamiltonian is written as

1 [p? 5 o
=— |= =] - o DRl A2
H mO{Q(%Jer) V(P )} (A.2)
That would be OK for spherical symmetry, while for cubic symmetry one has one more
invariant, y_, p7J?. As a result, the Hamiltonian is traditionally expressed as

o L +2,) - (p-J)? - Z (A.3)
= 9 71 272 V3P - 73 2 pzz . .

mo

This is the famous Luttinger Hamiltonian. Note that if the lattice has no inversion center
there also linear in p terms.

Now we left with 4 coupled Schrodinger equations ([A.1]). To check the situation, let us
first put U(r) = 0 and look for solution in the form

Fj = Aj(k/k)e™, k=|k|.
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The corresponding matrix lemenets can be obtained by substitution Ak instead of the
operator p into Luttinger Hamiltonian. The Hamiltonian ([A.2) does not depend on the
direction of k. Thus let us direct k along z axis and use representation with diagonal JZ2.
Thus the system is decoupled into 4 independent equation with two different eigenvalues,

2 =
SNy, L Sy

E
¢ 2m0 2m0

If
v £2y>0

both energies are positive (here the energy is counted inside the valence band) and called
the light and heavy holes. The effective masses are

Myny = mo/ (11 £ 7).

The calculations for the full Luttinger Hamiltonian ([A.3) require explicit form of J-matrices.
It solutions lead to the anisotropic dispersion law

h2
Euyp = — {mk®>£4 vk
4h Mo {71 [72
1203 = ) (k22 + k22 + K2K2)] 7}

The parameters of Ge and Si are given in the Table A3

Material 7, Yo Y3 A €
Ge 4.22 039 1.44 0.044 114
Si 13.35 425 5.69 029 154

Table A.4: Parameters of the Luttinger Hamiltonian for Ge and Si

The usual way to calculate acceptor states is variational calculation under the spherical
model ([A.7). In this case the set of 4 differential equations can be reduced to a system of
2 differential equation containing only 1 parameter, 5 = my/my,.
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Figure A.4: Constant energy ellipsoids for Si conduction band. There are 6 equivalent
valleys resulting in a very large density of states.

L
I

Typel Typell Typelll

Figure A.5: Various possible band lineups in heterostructures.

x-y pine, Evsk

Figure A.6: Subband levels in a quantum well.
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Figure A.7: band diagram of a semiconductor.



Appendix B

Useful Relations

B.1 Trigonometry Relations

COS T 1 i —ix

<sinx):§(e +e ) (B.1)
cos’ 1
2z ) = 3 (1+cosx) (B.2)

B.2 Application of the Poisson summation formula

The Poisson formula reads

o0

1 - ilt OO —ilT
Z ©(2TN +1t) = %l; e /oo o(T)e " dr.

N=—0c0

In our case

e(2rN +t) = (27N 4 1)%/? (B.3)

1
(2m)3/2

if we replace N — —N and put t = 27z — w. The other difference is that the function ¢
is finite. So, if we introduce the maximal integer in the quantity x as [x] we get the limits

of the ¢
1 1
from 27 (:1:— 3~ {x — 5}) tot.

The lower limit we replace by 0 that is good for large z. Finally we get the for ®(z)

1 — e [ 3/2 ,—ilr
O(x) = @ Z e /0 T %e™" drT.
l=—00

465
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Then we take into account that for { =0

t
/ 12 dr = gt5/2,
0 5

and combine the item with £/[. As a result, we get

(—1)! {627rilx f(f R
—omilz ('t ._3/2 it _
+e Jo7 2¢ dr} =

—1)!2 fot 732 cos [27l(z — 7) d7] .

3/2

Then we integrate by parts twice to transform 73/2 — 771/2 and changing 7 — (7/2l)22

we get

O(x) = (%)0/2 [ (27x)%/2 + 337 (l 1) (2mlx)'/2~

_ \/g[sm(zwlx)s (\/41_3:) + cos(2mlx)C (m)]}] |

Here we have introduced the Fresnel integrals

S(u) = [y sin(32?) do

2

Clu) = [, cos(32?) dx

These function oscillate with the period ~ 1 and with dumping amplitudes; the asymptotic
behavior being 0.5 at u — oo. The non-oscillating term can be easily summed over [:

[e.e] oo 2
Z l5/2) (2mlx)'/? = (27z) /2 = ——(27rx)1/2
=1 =1




Appendix C

Vector and Matrix Relations

Vector A is a column A; Usually, two kind of vector products are defined: the scalar
product
AB=A-B=) AB

and the vector product

iy Iy i3
[AB] = [A X B] = det Al A2 A3
B By Bs
where i; are the unit vectors. We have AB = BA, [A x B] = —[B x A].
Matrix A is a table with the elements A;;. If
Aix = Aidig

the matrix is called the diagonal, the unit matrix iAhas the elements Six. We have 14 =
Al = A. 0-matrix has all the elements equal to 0; (A + B);, = A + Bik.
Trace of the matrix defined as

TrA=> Ay Tr(AB) =Tr(BA).

Matrix dot product is defined as

(AB)zk = Z A By
]

It is important that AB # BA. At the same time, C'(BA) = (CB)A. The inverse matriz
is defined by the relation o o
AATT=ATTA=1.

We have



468 APPENDIX C. VECTOR AND MATRIX RELATIONS

The conjugate matrix is defined as

<AT>ik = A

If A" = A the matrix is called the Hermitian. The matrix is called unitary if
At=A71 or ATA=1.

Sometimes it is useful to introduce a row AT with the elements 4;. We get ATA =3, A%,
Eigenvectors u and eigenvalues A of the matrix A are defined as solutions of matrix
equation:
flu =A\u or Z(Alk - Aézk)uk = 0.
k
It is a set of i equations. The number of solutions is equal to the matrix’s range. They

exist only if R A
det (A — A1) =0,

it is just the equation for the eigenvalues \;. If the matrix A is Hermitian. its eigenvalues
are real
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