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ELECTRON CORRELATION IN METALS

Since the discovery of high 7. superconductivity, the role of electron correlation
in superconductivity has been an important new issue in condensed matter physics.
Here the role of electron correlation in metals is explained in detail on the basis of
the Fermi liquid theory. The book discusses the following issues: enhancements of
electronic specific heat and magnetic susceptibility; effects of electron correlation
on transport phenomena such as electric resistivity and Hall coefficient; magnetism;
Mott transition and unconventional superconductivity. These originate commonly
from the coulomb repulsion between electrons. In particular, superconductivity
in strongly correlated electron systems is discussed with a unified point of view.
This book is written to explain interesting physics in metals for undergraduate and
graduate students and researchers in condensed matter physics.
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Preface

P. W. Anderson has achieved many brilliant theories in the wide field of condensed
matter physics. His book titled Basic Notions of the Condensed Matter Physics
was published in 1984. In this book Anderson stresses two basic principles of con-
densed matter physics. One of the principles is ‘broken symmetry’. This means that
condensed matter systems undergo phase transition to take a state possessing lower
symmetry than that of the Hamiltonian. This statement corresponds to the appear-
ance of a ferromagnetic state and a superconducting state, etc. at low temperatures.
This principle manifests discontinuous change.

Another basic principle is the principle of ‘adiabatic continuity’. This principle
tells us that when we study a generally complicated physical system we can refer
to a simple system that contains the essential nature of the real system and un-
derstand the complicated system on the basis of knowledge of the simple system.
Anderson stresses that the most beautiful and appropriate example showing the
importance of the continuity principle is Landau’s Fermi liquid theory. Following
the continuity principle, we start from a non-interacting Fermi gas and introduce
interactions among particles gradually. There exists a one-to-one correspondence
between the free particle system before the introduction of the interactions and the
Fermi liquid after the introduction. It is the basic character of the Fermi liquid at low
temperatures that we can introduce interactions as slowly as possible owing to the
long lifetime of quasi-particles. Even though many-body interactions exist among
particles, by considering quasi-particles renormalized by the interactions we can
treat them as if they are free particles. By this procedure strongly interacting Fermi
systems are much simplified. Strictly speaking, however, the systems cannot be
completely free particle systems even after renormalization; there remain damping
effects giving a finite lifetime and weak renormalized interactions among quasi-
particles. In particular, since attractive forces make the Fermi surface unstable, it
is only the repulsive force that can be continuously renormalized on the basis of
the Fermi liquid theory. This fact plays an important role in many-body problems.

vii



viii Preface

After reducing systems to weakly interacting quasi-particle systems following the
Fermi liquid theory, we can then discuss phase transitions such as superconductivity,
induced by the renormalized interactions among quasi-particles.

Fermi liquid theory, which was introduced by Landau for liquid *He, has been
applied to electrons in metals and developed. Along with progress in the electron
theory of solids, strongly interacting electron systems have been studied actively
for various metals. By this development, the Fermi liquid theory has been made
profound and based on microscopic foundations. After completion of the many-
body theory of electron gas and the BCS theory of superconductivity, in the 1960s
magnetism of transition metals and Mott transitions of their oxides were studied
as main issues of electron correlation. Then, the discovery of the Kondo effect and
the study of the Anderson Hamiltonian relating to the appearance and disappear-
ance of localized moments in metals followed. Recently, we have studied heavy
electrons whose masses are thousands of times as large as the free electron mass.
These electrons are nothing but the quasi-particles in the Fermi liquid theory. Our
present subject in electron correlation is the study of copper-oxide superconductors
as metallic systems near the Mott insulator. These are called strongly correlated
electron systems. The normal state of strongly correlated electron systems can be
described as the Fermi liquid. In recent years it has been made clear that the Fermi
liquid theory contains various fruitful physical properties. At present the Fermi
liquid theory is in the course of development.

The Hubbard Hamiltonian contains a wealth of physics, such as metal-
insulator transitions and magnetic transitions. Although the theory of the Hubbard
Hamiltonian has been greatly developed, as seen in the study of the Mott transition
using an infinite-dimensional model, we are still far from a complete understanding.
Recently, the new problem of whether the Hubbard system can exhibit supercon-
ductivity has been added, as an important problem to be solved. In this book we
show that superconductivity is actually realized owing to electron correlation in the
Hubbard Hamiltonian.

The purpose of this book is to introduce the Fermi liquid theory and to describe
the physics of strongly correlated electron systems. I intend to introduce unique
and rich physical phenomena in each system mentioned above; I would like to
describe the universality of the Fermi liquid and the basic principles common to
various systems. At this point, I believe there exists a powerful theory that is not
changed by details of experimental data. Nature is much more complicated than
we can imagine, but it is not capricious.

To accomplish the purpose of this book, I intend to introduce the microscopic
Fermi liquid theory developed by Luttinger ef al. and describe the concepts con-
firmed through its development, although I am not sure whether I have succeeded
in this task or not.
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1

Fermi gas

The basic properties of free electron systems are introduced. Then, the many-body
effects of electron gas are discussed. The ground state energy is obtained by taking
the screening effect into account.

1.1 Metals

Metals are composed of positive ions and conduction electrons making itinerant
motion all over the crystal. A positive ion is composed of a nucleus and core
electrons bounded around it. Conduction electrons lower the kinetic energy by
making itinerant motion compared with the state bounded to a positive ion. This
point is important in metallic cohesion.

For simple metals such as Na and Al, the Hamiltonian is given by

H:H1+H6+He—i, (11)
H-—ZP?—FEZV(R-—R) (1.2)
1 — l 2M 2l;éj 1 ]/ .

p? 1 e’
=y L4y — 1.3
T 22m+2;|r,~—r1~| (1.3)
i i#j
Hei= Y v(ri —R)). (1.4)

ij
Here, H; in (1.2) represents the positive ion system; we assume one kind of positive
ion with mass M. P; is the momentum of ion i and V(R; — R;) is the potential

between ions, which depends only on their distance. H, in (1.3) is the Hamiltonian
for the electron system with electron mass m; the first and second terms denote the



2 Fermi gas

kinetic energy and the coulomb interaction between electrons, respectively. H._; in
(1.4) represents the potential between electrons and positive ions. The Hamiltonian
combined with these terms can describe various properties including magnetism and
superconductivity. In this book we discuss mainly the second term of (1.3), electron
interaction. Owing to the coulomb interaction, electrons move so as to avoid each
other. This kind of correlated electron motion is called ‘electron correlation’.

When we are mainly interested in electron interaction, we simplify the positive
ions by replacing them with a uniform positive charge distributed over the crystal
and discuss only the term H.. By this replacement, we can avoid the difficulty
arising from a periodic potential and lattice vibrations.

1.2 Free Fermi gas

An electron is a Fermi particle with a spin of 1/2. There exist 102~10%* conduction
electrons per cubic centimetre in most metals. For simplicity, let us ignore electron
interactions among these, and also the periodic potential due to the positive ions,
and consider the system composed of free electrons. We assume a system with N
electrons in a cube of side L = Q!/3. The wave-function ¢ (r) for a free electron
with wave-vector K is given by

1 .
ok = ﬁe"”. (1.5)

Here we take the periodic boundary condition

okx+L,y, ) =gkx,y+L,z2) =¢(x,y,z+ L) = ¢k(x, y, 2). (1.6)
By substituting (1.5) into (1.6), we obtain

okl kyL

= ekl = 1. (1.7)

= ei
By this condition, values of K are given by integers ny, n, and nj3 as
ky =2mni/L, ky =2mny/L, k, =2mns3/L. (1.8)

Thus, wave-vector K corresponds to a lattice point with unit of 277 /L in the wave-
vector space.
The energy ek of a free electron with wave-vector K is given by

2k R 27\, 5, o
ek=——=—\—] (ny +n54+n3). 1.9

k 2m 2m(L>(]+2+ 3 (1.9)
Let us construct the ground state composed of N free electrons. Each one-electron
state specified by wave-vector k and spin quantum number ¢ can be occupied
by only one electron because of the Pauli exclusion principle. In the ground state
electrons occupy the N states from the lowest energy state to the Nth lowest state.
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Fig. 1.1 Fermi sphere. Each k point inside the sphere with radius kg is occupied
by one up-spin electron and one down-spin electron.

The highest occupied energy er and wave-number kg are called the Fermi energy
and Fermi wave-number, respectively; er and kg satisfy the relation

no,

ep = —kg”. (1.10)

2m
Thus, we have the ground state in which two electrons with up- and down-spins
occupy the state k within the sphere with radius kp. Since the wave-vector K is
situated at a lattice point spaced 27 /L apart, wave-vectors distribute in uniform
density (L/2m)* = Q/(27)>. As aresult, the electron number N is related to kg by

.29 4n
TQerp 3

(1.11)

where factor 2 represents the degree of freedom arising from electron spin. From
(1.11), kg is given by electron density n = N/ as

kg = Br*n)'/3. (1.12)

Let us calculate the number of electron states between energy E and E + AE,
A E being an infinitesimal energy. Assuming the total number of states below energy
E as N(E), we obtain

dN(E)
N(E+ AE)— N(E) = AE. (1.13)
dE
Here,
dN(E)/dE = p(E) (1.14)

is the energy density of states. Using (1.10) and (1.11), we obtain

dN (k) dk 29 , m Qkm Qm
py = AV di g m M o mE. 1.15
PE) = dE - e PR e T e T o VA (115)

The density of states for a free electron system is proportional to / E.
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Now let us consider real metals. We assume n = 10?2 cm™> and obtain kg ~
108 cm™" from (1.12). The value of 1/kg is around 1 A = 10~ cm, corresponding
to atomic distance. Inserting this value into (1.10) and usingz = 1 x 10~%’ erg s and
m =9 x 10728 g, we obtain er ~ 6 x 10~ erg ~ 4eV. Since 1eV is the energy
corresponding to 10* K, the room temperature, 300 K, is sufficiently low compared
with the Fermi temperature, Tr = ep/ kg. This fact is very important in understand-
ing the electronic specific heat discussed in the next section.

The level splitting of one-electron energy near the Fermi surface is given by
Ag = gp/N ~ 10722 eV ~ 10~ 8kg K. As a result, electron-hole pair excitations
near the Fermi energy can be created with vanishingly small excitation energy.
These electron—hole pair excitations exist in an infinite number. Thus, the conduc-
tion electron system in the Fermi degeneracy is degenerate in the infinite num-
ber of states. In general, the degenerated states suffer a strong effect even under
small perturbations. The special nature of the Fermi surface, which can be called
“fragility’, plays an important role in the orthogonality theorem and the theory of
superconductivity.

1.3 Electronic specific heat and Pauli susceptibility
If we apply the principle of equipartition to the free electron system to calculate
the specific heat, we obtain the following result. The internal energy W is given by

3
W= NksT, (1.16)

kp being the Boltzmann constant. The specific heat Cy takes a constant value,

dw 3
~Nkg. (1.17)

C:—:
V7 ar T 2

This value is expected to give the same order of contributions as the lattice specific
heat around room temperature. However, in actual metals we cannot observe such
a large electronic specific heat at room temperature. This is because the room
temperature is too low compared with the Fermi temperature for the principle of
equipartition to be applicable. Only the electrons limited within the narrow width
of temperature in the vicinity of the Fermi energy contribute to the specific heat.

Now, let us calculate correctly the specific heat due to free electrons. Using the
chemical potential u, the distribution of electrons is given by the Fermi distribution
function

. —1
Fle) = |:l+exp (SZBT")] . (1.18)
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In this case the internal energy of the electron system W is given by

W =2 e f(en, (1.19)
k

where the factor 2 arises from spin degeneracy. Using the density of states p(ek)
including both spins, we obtain

W= /00 ep(e) f(e)de. (1.20)
0

The total number of electrons N is given by
o0
V=Y feo= [ pefes (121)
ko 0
This equation at 7 = 0 becomes

N = / N p(e)de. (1.22)
0

Now let us consider the following integral / to accomplish the calculation at low
temperatures:

o0
I = / gle)f(e)de. (1.23)
0
Here, g(¢) is a smooth function of energy ¢. Using a partial integration, we obtain
o _ [T i df
I =[GE)fE)ly — G(s)gds, (1.24)
0
G(e) = / gle)de. (1.25)
0

The first term of (1.24) vanishes because f(co) = 0. To calculate the second term,
we expand G(g) around & = p. Writing the nth derivative of G as G, we obtain

1
G(e) = G(w) + (e — WG (W) + e - 1>G" () + - - (1.26)

Inserting this into (1.24), we get

/7 0 3
I=G(,u)/o (—%)de—FG/(,u)/o (e — ) <—a—£)d8+"'
(Vl)
(“)/ (e — ( f)ds—l— (1.27)
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The first term gives G(u). The general terms are given by

/ y ( f) (kgT)" / "
— | - = )de = dz
n! oo (e5 4+ D)(1 4 7%)

| 2cu(kgT)" (n even)
o (n odd).

(1.28)

As an example, for n = 2,

1 [ Z22dz 2
20y = — - (1.29)
2) e+ D0 +e?) 6

|

As aresult, [ is given by

2
1= /M g(e)de + %(kBT)z [ai(g)] 4. (1.30)
0 € leey

Applying this result to (1.20) and (1.21), we obtain

B 7?2 0
W= / ep(e)de + — (kg T)? [—(8,0(8))} +e (1.31)
0 6 de e=u

dw d 72 0
Cy = ﬁ = up(u)—” + —kBZT [p(e) + 1 p} + O(T?)

dun  w2kg®T 8,0

= ?ks p(ep)T + o) [d—T + 3000 0e

7'[2 2
= ?kB ,0(8]:)T. (132)

In (1.32) we have used the shift of chemical potential

2 3
T 2
u =¢eg — —(kgT)" | —log p(e) , (1.33)
6 e e
which is obtained by substituting g(e) = p(e) in (1.30) and shifting © so as to
conserve the total electron number N.

Thus, the electronic specific heat at low temperatures is proportional to the
density of states p(¢g) on the Fermi surface and given by the T-linear term as
shown in (1.32). Equation (1.32) can be written as

Cv =T,
n? (1.34)
Yy = ?szp(&‘F)-

Here, the coefficient of the specific heat y is called the Sommerfeld constant.
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Let us apply a weak magnetic field H to the free electron system at low tem-
perature and obtain the expression for the Pauli susceptibility. Using a g-value
of g =2 and the Bohr magneton wp, the Zeeman energy with spin o is given
by gougH/2 = ougH. The Zeeman energy induces the magnetization given
by AM = pug(én, —dény) = ug’p(ep)H. Thus, the magnetic susceptibility x is
given by

X =AM/H = ug’p(ep). (1.35)

The Pauli susceptibility is proportional to the density of states p(eg) on the Fermi
surface; this is common to the coefficient of specific heat y .

1.4 Many-body effect of electron gas

The effects of coulomb interaction on electron gas had been made clear in the
1950s by the efforts of many people, such as Bohm, Pines, Nozieres, Gell-Mann,
Brueckner and Sawada. As shown below, initially, by a straight perturbation cal-
culation, the essential points of the problem were made clear. Then, the difficult
key problems were solved by physical considerations, creating new concepts and
developing the methods of the many-body problem. Since the history of the inves-
tigations on electron gas is instructive, we describe it here in detail as a starting
point for the many-body problem [1-6].

In order to discuss mainly the effect of electron interaction, we assume the
electron gas model in which the positive charge due to ions is replaced by a uniform
one. As a result, in this model the uniform distribution of electrons in space cancels
with the positive background to give no effect. The deviation from the uniform
distribution gives rise to the coulomb interaction among electrons. The Hamiltonian
of this system is given by H, in (1.3) and is written as

2 62

pi 1
e = — 4+ = P E— 1.36
H Z2m+2;|rl—r,| ( )

where I'; and p; are the position and momentum of electron 7, respectively. Here
we define electron density p(r) and its Fourier transform pq:

o(r) = ZS(r —r) = queiq'r, (1.37)
i q
! —igr; i
pg==Y e =p_4l. (1.38)

Q

i
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The g = 0 component of pq, po = N./ 2 = n, is the average electron density and
cancels with the uniform positive charge. Using pq, we can write (1.36) as

2
; 1
o= X gt 3 2 Vel = 139
i q

where Vj is the Fourier transform of the coulomb interaction e’/r:

477 e?
Vy = . (1.40)
q C]2
Here it is noted that since
1 (Pt -
palpq = oz D e, (1.41)
ij

thetermi = j givesn/ 2 and (1.39) excludes the coulomb interaction withr; =r ;,
in agreement with (1.36).

To treat the coulomb interaction as a perturbation, let us represent (1.36) in the
second quantization form (see Appendix B). The coulomb integral is written by the
wave-functions ¢, (I'1) and ¢,,(r'2), as

2

// dr1dr 296, (1 )@, (1 2) P, (12)90, (T 1) (1.42)

e
Iry —ro

By expanding the wave-function ¢, () with the plane waves as

1 .
0o (r) = Zakgﬁe’“, (1.43)
k
we write the coulomb interaction as
1 2me?
He = o Dt D L P Py D (1.44)
a0 17 ik,
0102

Here ay, (ak,!) is the annihilation (creation) operator of the electron with wave-
vector K and spin . The summation over q in (1.44) excludes the part of g = 0
because it cancels with the positive charge.

The density fluctuation pq is given by

1
Pa =5 %:ak,q(ﬁ ke - (1.45)
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Thus, H, is given in the second quantization as

H ngakg akg- + 2_ Z ank+quak/ qa/Tak/ /ako—, (146)
kk’ q;eo
UU

where &y is given by

hk?
Ek = —

o (1.47)

Operators a,’ and ay, satisfy the commutation rule for Fermi particles (see
Appendix B):

[aka, ak’a’]+ = [a", aks'], =0,

(1.48)
[aka’ ak'a’T]_,_ = 8k,k’5a,a’-

Now we study the effect of the coulomb interaction using the above results. First
of all, let us calculate the ground state energy by regarding the second term, the
coulomb interaction, as a perturbation on the first term, the kinetic energy. The
unperturbed state given by the first term is the Fermi sphere occupied up to kg by
two electrons with up- and down-spin. We write it as |0) and obtain

1 (k < kp)

Mo = (0laks 'aks|0) = { 0 > ko

(1.49)

The average kinetic energy per electron in the unperturbed state is given by

3

1
exin = — (0 Y ekako ks [0) = Ze, (1.50)
Ne = 5

where ¢g is the Fermi energy given by (1.10). The result of (1.50) is obtained from

kp
8m=/ ——%H&/f 4 kdk. (1.51)
0

Now let us introduce r( representing electron density as

Q I 4mr 4
e i 1.52
N. " 370 (1.52)

The radius ry of the sphere for one electron is replaced by the dimensionless
parameter r, which is given in units of Bohr radius as

re = ro/ag. (1.53)
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The Fermi energy &g is given by (1.12) as

R kg?
2m

EF =

2 9\ 1
= —Q@rn)P == — Ry. 1.54
7y BT 1 2Ry (1.54)

The unit of energy Ry corresponds to the ionization energy of atomic hydrogen:

4 2

me e
IRy= — = — ~13.5eV=2.17 x 10" erg. 1.55
y 72~ 2an e X erg ( )

As a final result, the average kinetic energy of (1.50) is given by

3 2.21
Ekin = §8F ~ 2 Ry. (156)

s

1.5 Exchange energy

The first-order perturbation term with respect to the coulomb interaction in the
ground state energy is given by

1 %
Ey =2 Z _q<0|ak+qaTak’—qa’Tak’o’aka|0>

Q 2
kK’
Jo
= 5 kEk/ 5 nkank/(,/-i— qu —Tnk_;’_qo-nko- . (157)

oo’

The first term corresponding to d = 0 in (1.57) cancels with the positive charge of
the background. The second term with q = k’ — K, to which only the electrons pos-
sessing parallel spins contribute, arises from the exchange integral of the coulomb
interaction and possesses a negative sign. The term denoted as E. is given by

1 V. 2 —2me?
Fo=—=3 ngonio = = 3 e

Q42 Q ki =k
a k2<k|:
82 kFZ — k]z kF + k1
=— — | — 1 kgt . 1.58
ZZ”{( 2k, )Og kp — ki * F} (158)
klng
Then, by integrating this over ki,
Eo =2 ke (1.59)

Qnp¢
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ko

ko

Fig. 1.2 Diagram of the exchange term.

Thus, the exchange energy per electron is given by

Eoy 3 /9n\'"? 1 0.916
+) TRy=- Ry. (1.60)

rs rs

Ne  2m

Eex =

Compared with (1.56), this term is higher by one order in r,. As a result, for small
rs, namely the high density case, this correction becomes relatively small. Before
proceeding to higher-order terms, we study in detail the properties of the exchange
term. By defining the first-order term of the self-energy £V(Kk) as

»D(k) ! Y v, e p (K (1.61)
= —— n = = —_— , .
2Q £ AT 4 \ke
—x?2 1+x
F(x)=2+ log , (1.62)
X 1—x
we can express (1.58) as
Ee =Y 2V(Kni. (1.63)

ko

Here X (K) represents the shift of one-electron energy due to the electron interaction.
By adding the first-order term of the self-energy, the one-electron energy becomes

2)2
B = S + =W (k).
2m
However, from (1.61) the derivative d&y/dk diverges on the Fermi surface and the
density of states at the Fermi energy vanishes. This result gives rise to the difficulty
that the electron system does not give the 7'-linear specific heat. This difficulty is
solved by cutting the long-range part of the coulomb interaction, as will be shown
in the following sections.
Now we consider the physical meaning of the exchange term using the Hartree—
Fock equation [6]. By treating the coulomb interaction with the Hartree—Fock
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approximation, we obtain the following equation for the plane wave @y given
by (1.5):

RV

TP = ) e fmmmwm> @)
K <kg r'—rl

= Ex@ko (1). (1.64)

The second term on the left-hand side of this equation is the exchange term. Here
we consider a nonlocal operator A defined as

Agi(r) = fdr’A(r,r’)cpk(r/), (1.65)
62 62 eik/‘(r—r’)
Ar,ry= )" —o (N = = Y ————
k/<k]: |r - r | Q k/<k]: |r - r |
€2
= r—r, 1.66
T Ir,|p( ) (1.66)

where p(r —r’) is given by

’ 1 ik -(r—r’)
pr—th=5) e

k/<]<F
B kg3 {sin(kp|r —r’]) cos(kg|r — r’|)}

(1.67)

22 | ket — D3 (kelr —1))2

The second term on the left-hand side of (1.64) gives a negative potential to the
electron situated at r. The result shows that electrons at r’, giving the potential,
distribute around r as shown in (1.67). Figure 1.3 shows this situation; electrons

o P
/

e
F3

T

&

n_
2

(o2
N

kpr

0 F

Fig. 1.3 Distribution of electrons with spin parallel to that of the electron situated
at r = 0. Owing to the exchange term, each electron accompanies one positive
hole with parallel spin, which is called the exchange hole.
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with the same spin as that of the electron at r distribute as if there exists one hole
in the uniform distribution n /2. The one hole is called the exchange hole.

The exchange term included in the Hartree—Fock approximation is not directly
related to the electron correlation due to the coulomb interaction between electrons.
The electrons possessing the same spins cannot take the same momentum k owing to
the restriction of the Pauli principle, and cannot approach each other. As a result, the
coulomb interaction between electrons with parallel spins is reduced; the exchange
term represents the reduction of the coulomb interaction. As stated below, electrons
with antiparallel spins are also expected to move so as not to approach each other,
owing to the repulsive coulomb interaction. As a result, the wave-functions of
electrons are transformed so as to reduce the coulomb energy.

In this case the electron correlation arises not because of the statistical nature
of the Pauli principle, but because of the interaction. We call this effect ‘electron
correlation’. This is the main subject of this book.

1.6 Screening effect

To consider the interaction between electrons, we assume that an electron stays at
a position and consider it as an impurity in the electron gas [4]. For this purpose
we assume a perturbed potential given by

Su(r, 1) = ue'd" o, (1.68)

Here the potential is assumed to oscillate in space and time with Fourier components
g and w, respectively. The time constant « is a positive infinitesimal and du = 0
at t = —oo. The unperturbed wave-function of the electron is written as the plane

wave
1 &k
= — i (kKer — — . 1.69
o= g (kr =5 (e

By the perturbation (1.68), ¢k changes into
Wi = @k + biiq (i qe’ Hra ™R, (1.70)

The coefficient by, q(?) is given by

ueiwt+at

b 1) = . 1.71
k(1) &k — &k4q T how Fiha ( )

The change of charge distribution due to (1.70) becomes
Spr. ) =e > {IW(r.n* — 1/Q} f(k)
ko

e

S (a0 +bg 0T 00, (172)
ko

[
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where f(K) = f(ex) is the Fermi distribution function. To make 8p(r, ¢) a real
number, we add du*, and obtain

e u
b ==Y flk
P Q;f( ){sk—8k+qihw:Fiha

u

iqr+iottet L o C, 1.73
+8k—8k_q :Fha)j:iha}e + ( )

where C.C. means the complex conjugate of the first term. Equation (1.73) is
rewritten as

eu { JK - fk¥a
ko

8p = — iqrtiortal L C, 1.74
p ak—ekiq+hw—iha}e + ( )

Q

The induced charge distribution dp gives rise to the potential §®(r, ¢) following the
Poisson equation:

V2(8®P) = —4dmedp. (1.75)
The §®(r, t) term is assumed to show the same space and time dependence as du:
SO(r, 1) = PeldTHorte 4 CC. (1.76)

From (1.75), ® is given by

(1.77)

®:4ne22 fk - fkxaq

4> £~ ek — ekrq +ho — iha

This is the potential created by the redistribution of charge due to du assumed first.
This induced potential §® is added to the external potential §V (r, ) to give rise to
du determined self-consistently:
Su(r,t) =8V(,t)+50(r,1) (1.78)
SV(r, 1) = Ve'artierte 4 C.C. (1.79)

As a result, the potential # induced by the external potential V is given by

4re? fk) - fk¥q)
=V . 1.80
" +{q252 ;sk—ekiq+hw—iha " ( )

By introducing the dielectric function £(q, ) as

2

4re Z f&—-fkFxqg

. (1.81)
q*Q Ekiq — &k — how + iho

e, w) =1+

ko
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we obtain
1%
u= . (1.82)
(g, )
Thus, we obtain finally the following result. When the external potential §V (1, t),
sV, 1) = / / V(Q, w)e' % dadw (1.83)
is applied to the electron system, the electrons screen it and Su(r, ¢) is realized as
V .
Su(r,1) = /f ((3 . ) T dqdw. (1.84)
&

To make clear the physical meaning of the screening effect, we consider the case
of the static and smooth spatial change, by putting @ = 0 and q ~ 0 in (1.81):

Ek+q — €k = q-Vkek. (1.85)
Here f (k) is a function of gy:
0
£ - F+ Q) = Gy (1.86)
aé‘k
Using the above approximation, we obtain
)\‘2
e(q,0) =1+ ?, qg—0) (1.87)
2* = dme’p(ep)/ Q, (1.88)

where p(ep) is the density of states at the Fermi energy. According to (1.87), the
dielectric constant ¢ becomes infinite for the long wavelength component, q —
0. This means that in metals the screening is complete by changing the electron
distribution. By applying (1.87) to the coulomb interaction, V(q) = 4mwe?/q>, we

obtain
1 4 e? q° ; e?
— [ dg—— [ ——— ] 9T = 7. 1.8
(27r)3/ AP <q2+k2)e re (189

The coulomb interaction is screened at a distance of A~!. By substituting (1.15)
into p(eg) in (1.88), we obtain A as

dme? \ 2
A= ( me kF) . (1.90)

Th?

Using the Bohr radius ag = /?/me?, we rewrite A as

1/2
A (ik—F) . (1.91)
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The screening length 1/ is nearly equal to the atomic distance. By considering the
electron itself as the origin of the local charge, we can see that the electron charge is
screened by the other electrons within the atomic distance. That is, electrons avoid
each other and make a uniform charge distribution in a long-range scale.

Here it should be noted that, as described in Chapter 3, the short wavelength
oscillation cos 2kgr corresponding to ¢ = 2kg, called the Friedel oscillation, de-
creases with amplitude 1/r* and extends over longer distance than the exponential
decay near q = 0.

1.7 Plasma oscillation

To study the motion of electron gas we will consider the Fourier transform of
electron density pq in (1.38). By putting pq = dpq/dt, we obtain

pq = Lpg. H1/ih. (1.92)
Here we use H, in (1.39) as our Hamiltonian:

Z+Z

—n)

and obtain
. ) a-p |, A9\ g,
=—i— — i 1.93
Pa : Q ZI: ( m + 2m ¢ ( )

Further, calculating pq from the commutation relation between pq and H, we obtain

! —ig-r; 47T
:__Z(q p q) qr’_zmqaq qpq q Pq'> (1.94)

q’

where the second term on the right-hand side is derived by operating the first term
in (1.93) to the coulomb interaction term in . By extracting the term with ' = q
from the second term of (1.94), we obtain

2
) 1 a-p |, A9\ g 4re’
Pq + @p”Pq o) E,- < - +2m e E quq q'Pg—q Py -

q'#q
(1.95)

Here, using pq—o = n, we have put
= (4mne*/m)'2. (1.96)
When the right-hand side is small, (1.95) is written as

Bq + wp’pq = 0. (1.97)
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Thus, pq oscillates with frequency w,. This oscillation of electron density is called
the plasma oscillation. The frequency is estimated as w, >~ 2 x 10'°s™! whenn ~
10% ¢cm~3, and the energy fiw, is about 12 eV. This plasma oscillation is not excited
at room temperature. There exists only the zero point oscillation. Thus, in most
metals, there is no electron density fluctuation and electrons move so as to keep the
electron density constant.

In (1.97) we have assumed that the right-hand side of (1.95) is small. Now let
us discuss the condition of the assumption. The pq_q in the second term becomes,

forq’ # q,
1 . /
_ § iq—q’)-r;
pq_q/ == Q : e . (198)

This contribution becomes small by taking the sum over terms with random phases.
We call it the random phase approximation, in which the sum over terms possessing
the random phases is ignored. The first term becomes of order q>vg? pq for small
g, by approximating p;/m = vg, vg being the Fermi velocity. Thus, the condition
for (1.97) to hold is given by

wp 4ne*\ ' N 2ne*\'? N 2mp(ep)e? 12 A
g <D (T) = ~(FES) =% a99)
VR MUE EF Q V2

where we have used A given by (1.88). From (1.99), we can see that (1.97) holds for
g corresponding to wavelengths longer than the screening length 1/A. As a result,
the freedom of electron motion with small g, wavelength longer than the screening

length 1/A, can be described as the plasma oscillation. The rest freedoms appear as
the electron system interacting via the screened coulomb interaction. From (1.52),

we obtain
4\ 2 47, 4 (1.100)
n=\-—r = —Kkf~, .
30 Qry 3 ¢

1/3
rs = (977-[) /(aBkF). (1101)

Thus, A given by (1.91) is given by

12\ 1
A:(—) —7 (1.102)

T Aagrs

From the above result, the coulomb interaction given by the second term of (1.46)
is cut in a small g region by A proportional to 1/,/7s to give no divergence in the
g = 0 limit.
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1.8 Ground state energy

We have calculated, in (1.60) of Section 1.5, up to the first-order term of the ground
state energy with respect to the coulomb interaction. In Section 1.6, we have shown
that the long-range part of the coulomb interaction is cut by the screening effect.
As a result, we have only to treat the short-range part with |(| > g. = A in our
perturbation expansion.

Now we proceed to the second-order term. It is given by two processes, the
direct process E»@ and the exchange process E,”, as shown in Figs. 1.4 and 1.5,
respectively. The energy denominator of the direct process is given by

n? K2
EW@)=zguk—qﬁ+«w+qf—k2—wﬂ=;zqwﬁ—k+qy (1.103)

The energy of the direct process E,@ is given by

. e\’ m
PXOI o ( ) o T M e el = fiesg), (1104

2
kg \ 4

where we have included the factor 4 due to the spin sum and 2 due to the same two
terms given by the contraction. The contribution from the exchange term shown in

A k-q !

|

k+q—ki
o |

q )

k+

Fig. 1.5 Exchange process in second order.
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q

o7Q,
q 0

N /q
q

Fig. 1.6 Diagram gives the most dominant term, in which the coulomb interactions
transferring the small momentum ¢ are repeated.

Fig. 1.5 is written, with the factor 2 from the spin sum and 2 from the contraction
process, as

2

2 e? m
(b) =4 - PN
% q2 (k/ k + q)2 th (k/ k + ) fk( fk q)fk ( fk +q)

(1.105)
As for the first-order term, evaluating the energy &, per electron in units of Ry and
renormalizing the momentum as k| = K/ kg, ky = K'/kr and q = q/ kg, we obtain

a Ez(a) me* dq / dk f dkz
& = = T o _s < <
2 m? 8 7T5 kk]|+1q|>1 : kk2+1q\>1 a% +g-(k; +ka)
= —2(1 —log2)logge, (1.106)
T

where g, is a cutoff momentum and proportional to r,'/?, from (1.101) and (1.102):
ge = M kg o< /2. (1.107)

Here, if we put g. = 0, (1.106) diverges logarithmically. On the other hand, the
second-order exchange term &,” = E>”)/ N, is given, in units of Ry, as

&, ~ 0.046 Ry. (1.108)

This value is a constant independent of r.

From the example of second-order terms, we can see that, as shown in Fig. 1.6,
the interaction terms transferring the small momentum ¢ make dominant contri-
butions. According to the calculation done by Gell-Mann and Brueckner [7], the
contributions from the higher-order terms than second order are given by

2 dorg 1
gc = —(1 —log2) |log—— + (log R)ay — 5 |, (1.109)
b3 T 2
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where

o\ '/
a:(T) : (1.110)

The function R = 1 — utan~'(1/u) and the average is given by

(log R)a = /OO R2(u)log Rdu//oo R2(u)du = —0.551. (1.111)

[e.¢]

Using this value, we obtain the correlation energy &.;
g. = 0.0622log ry — 0.096. (1.112)

Combining (1.56), (1.60) and (1.112), we obtain the total energy &, as

221 0916
8t = ) -

+ 0.0622log ry — 0.096. (1.113)

rs rs

This result is the most reliable in the limit of small r5, namely high electron density.

It is noted that the ground state energy given by the diagram in Fig. 1.6 can be
calculated from the dielectric function &(q, ) in (1.81) obtained by the random
phase approximation (RPA), by using the Feynman relation in Appendix A.

1.9 Wigner crystal

The kinetic energy of an electron is proportional to r;~2, as seen in (1.56). On
the other hand, the coulomb interaction is proportional to r,~'. As a result, if we
decrease the electron density to increase r, the potential energy due to the coulomb
interaction should dominate over the kinetic energy. This fact shows that, in the
limit of low electron density, electrons localize at positions far from each other so as
to lower the energy due to the coulomb interaction. That is, electron crystallization
occurs. This crystal, proposed by Wigner [8], is called the Wigner crystal.

Let us assume that one electron is localized in a unit cell, whose volume is equal
to the volume of a sphere with radius ry, and calculate the energy of the system.
When the electron is situated at a position I from the centre of the sphere (r < ry),
the potential V(r) due to the uniform positive charge is given by

V() /’0 dr’ + / dr’ 3 3e er? (1.114)
= e e - — . .
R | S v =11} dmrg® 219 2ry3

Thus, the Hamiltonian for the electron at r from the centre is written as

" p2+e2r2 3 ¢2

—_— = = 1.115
2m  2ryd  2rg ( )



Wigner crystal 21

The third term on the right-hand side is constant and the motion of the electron
is determined by the first two terms. Since the potential is proportional to 2, the
electron makes a harmonic oscillation. Its frequency is given by

2 2
== (1.116)
mro- 3

Here, we have used a)p2 = 4mrne*/min (1.96) and n = 3/47mry’. The energy of the
crystallized electron is given by

3¢2 N
b = o+ 2 /3, (1.117)
27‘0 2

The second term on the right-hand side arises from the energy of the zero point
motion; the factor 3 due to the number of vibration modes is included there. By
representing &) in 75, we obtain

3 3

On the other hand, in the Hartree—Fock approximation, electrons distribute uni-
formly all over the crystal. Adding the exchange energy to the interaction energy
among electrons and that with the positive charge, we obtain the energy eyg:

1.2 24 092 212

EHF = — — — —
rs rs rs rs

Ry. (1.119)

Actually, we can confirm that (1.118) is lower than (1.119) in energy, when r; is
large.
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Fermi liquid theory

We will consider the normal state of interacting Fermi particles without any long-
range order. The normal state at low temperatures is called the Fermi liquid and is
considered to be the system of free quasi-particles that is continuously connected
with free Fermi gas. The concept of the Fermi liquid was introduced and developed
by L. D. Landau [1]. Landau’s Fermi liquid theory, which concentrates rich contents
into a simple theory, is a good example to solve many-body problems. In this chapter,
we introduce the basis and main contents of the Fermi liquid.

2.1 Principle of continuity

The basis of the Fermi liquid theory is the principle of adiabatic continuity, which
connects free Fermi gas with the Fermi liquid by introducing gradually an inter-
action among particles. There is a one-to-one correspondence between two states
before and after the introduction of the interaction. States belonging to the same
symmetry do not cross each other, and new states with the interaction can be repre-
sented by the old quantum number. Since the distribution of free Fermi gas is given
by the Fermi distribution function n(K), that of the Fermi liquid is also written n(K).
The state denoted by K, o in the Fermi liquid is called the quasi-particle. For the
system to be described by quasi-particles, the following condition is necessary.

Let us consider the basis of the Fermi liquid theory following the explanation
of the Landau theory given by Nozieres [2] and Anderson [3]. Here, we define R
as the rate introducing the electron interaction. The time necessary to introduce
the interaction Ty is given by R = 71/79. Small R means the slow introduction of
interaction and corresponds to the high resolution of energy. Since we discuss the
excitations corresponding to the temperature 7', it is necessary for our resolution
to be finer than 7'

R < kgT. 2.1)

22
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Fig. 2.1 Second-order term of self-energy. The broken lines and full lines denote
interaction V(Q) and electron or hole, respectively.

On the other hand, we cannot consider the quasi-particles constructed by the inter-
action, unless the interaction is introduced more quickly than the damping rate of
quasi-particles 1/t, t being the lifetime of quasi-particles:

R >nh/t. 2.2)

For the Fermi liquid theory to hold, it is necessary for both (2.1) and (2.2) to be
satisfied. That is, R should satisfy

kT > R > h/t. (2.3)

For this condition to be satisfied, the damping rate of quasi-particles 72/t must be
smaller than kg T . This condition is satisfied at sufficiently low temperatures below
the Fermi temperature 7Tr = e/ kg. This fact can be shown as follows. We introduce
the Fourier transform of the electron interaction V (r):

V(q) = / dre' %V (r), (2.4)

and consider an electron system interacting by this interaction. As shown in Fig. 2.1,
we consider the second-order process, in which an electron K excited outside the
Fermi sphere interacts with k' inside the sphere, and they are scattered into K — q
and k' + q, respectively. Then they return to k and k', respectively via the interaction
V(q). The self-energy of the electron K by this process is written

2
Ak, &) = / dq f dk"V(q)_I , (2.5)
D —in

where the denominator D = &k + & — &w4q — &k—q and 7 is a positive infinitesi-
mal. The damping rate 1/7 is given by

! 11' d /dk/|V( NS !
— = —Ilm m|——
T hano q q D —in

T / 2
= %/dq/dk S(D)V(Q)|°. (2.6)
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For simplicity, the energy e is measured from the Fermi energy er, that is, ex =
h?k?/2m — eg is an excitation energy. An electron kK outside the Fermi sphere
interacts with k' inside the Fermi sphere and creates two electrons K’ + g and k — q
outside the Fermi sphere and one hole inside the sphere k'. In order to satisfy the
energy conservation, all of the excitation energies €yq, &k—q and —¢& must be
smaller than &x. By this condition, the integrals by k" and g are limited by ¢x. As a
result, (2.6) becomes

h ks T\
- = nV28k2p3 = n,on (B—> . 2.7)
T EF
Here we have assumed the density of states p = 1/&p and the excitation energy ek
is of order kg T'. The ratio of the damping rate to kg7 is given by

h V\? kgT
—/kBT - <—> B (2.8)
T EF EF

As far as kgT < g, (2.3) holds. The reason that the damping rate 72/t becomes
small is due to the marked reduction of the scattering rate of degenerate electrons
originating from the energy conservation and the Pauli principle. Thus the quasi-
particles in the vicinity of the Fermi surface possess a long lifetime.

On the other hand, the real part of the self-energy is given by

2
Ag = ReZP(K, &) = / dq f dk’@. (2.9)

This part is not always small. As discussed later, this energy shift Agx changes the
mass and the velocity of quasi-particles.

The important point of Landau’s Fermi liquid theory is that there exists a one-to-
one correspondence between states of the free Fermi gas and those of the interacting
Fermi liquid. Let us write the state of quasi-particle k added to the Fermi sphere |0)
as Ox'|0). When this state is represented in terms of the original bare particles, it
is given by a linear combination of the states possessing many electron—hole pairs.
With the coefficients, I'y, 'y, ...

QkT|0> = \/E{CkT + Z F1C|(ITC|<2TC|(3

ki ko ks

+ Y GG, Ch, 1O, Gl + - }|0>. (2.10)
Kyka---ks

As shown in (2.10), the quasi-particle Q' corresponds to the bare particle Cy!.
Q«'|0) contains the states accompanying electron—hole pair excitations in addition
to Cx']0). Each collision process conserves the charge, particle number, momentum
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and spin. As a result, every term on the right-hand side of (2.10) possesses one
charge, one electron and the same momentum K as a result of the sum over all
electrons and holes. For example, K; + Kk, — k; = kand k; + Kk, + k3 — k4 — ks =
k hold in the second and third terms, respectively. Thus the renormalized state on
the right-hand side can be considered as the quasi-particle Q'. The value z is
called the wave-function renormalization factor and expresses the weight of the
bare particle Cx' contained in the quasi-particle Qy'. Although we have ignored
any spin suffix, the same conservation law also holds for spin.

Starting with free particles and increasing gradually the strength of interaction
among them, we can introduce the quasi-particles corresponding to the free parti-
cles. The important thing here is that the transformation is continuous with respect
to the strength of interaction.

The continuity in the transformation from a free Fermi gas to an interact-
ing Fermi liquid guarantees that physical quantities are analytic with respect to
the strength of interaction, and the perturbation expansion is possible. We can
see an actual example of continuity in the Anderson Hamiltonian discussed in
Chapter 5.

Moreover, as a result of the one-to-one correspondence between QkT and C,
the number of occupied states does not change and the volume of the Fermi sphere
is invariant in the transformation from the free Fermi gas to the interacting Fermi
liquid. The Fermi surface in general form can be transformed by the interaction, but
the volume surrounded by the surface is invariant. Since this property was proved
on the basis of the microscopic theory by Luttinger [4], this is called the Luttinger
theorem.

Finally, we add a comment; (2.10) expresses the transformation from a bare
particle with wave-vector K to a quasi-particle accompanying electron-hole pair
excitations. On the other hand, (2.6) gives the transition probability with which the
electron with wave-vector K decays into an electron-hole pair and an electron. By
repeating this process the quasi-particle K decays into incoherent states. As a result,
we can consider 7 as the lifetime of the quasi-particle.

2.2 Landau’s Fermi liquid theory

Hereafter, we introduce the Landau theory following Nozieres [2].

Letus consider a free Fermi gas with N particles in volume Q. At T = 0, particles
occupy up to the Fermi wave-number kr as shown in Fig. 2.2. The wave-number
kg is determined by

N kg
9 =33 2.11)

= 3p2
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>k
0 krp

Fig. 2.2 Momentum distribution in the free Fermi gas at 7 = 0.

When a small deviation §n(K) arises in the distribution function, the change in total
energy becomes

n?k?
SE = Xk: %&q(k). (2.12)
The energy /1°k? /2m of the particle with wave-number k and mass m can be defined
as the functional derivative § E /én(k). The deviation dn(K) is positive for k > kg
and negative for k < k.

Now, let us introduce adiabatically the interaction in the free Fermi gas to transfer
the system into the Fermi liquid. In this case, if the interaction between particles is
attractive, it might create bound states and induce superconductivity. To avoid this
complexity we confine ourselves to the repulsive force. Similarly to the Fermi gas,
we consider a particle as an elementary excitation for k > kg and a hole for k < kg.
The distribution function for this particle, n(K), is the same as that in Fig. 2.2. The
excitation in the system is determined by

sn(k) = n(k) — no(K). (2.13)

For the quasi-particles to be well defined the deviation of distribution én should
be limited in the vicinity of the Fermi surface. As stated in the previous section,
the quasi-particles are the elementary excitations near k = kr and do not give any
information about the ground state. The total energy E is a functional of n(k). When
no(k) changes by dn(K), the linear term of E with respect to én(k) is expressed as
(2.14) and (2.15):

SE = Zechn(k), (2.14)
k
ex = 8E /sn(K). (2.15)

&k is a functional derivative of E with respect to n(K); for k > kg, x means the
energy change when a quasi-particle with wave-vector Kk is added to the Fermi
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system. It should be noted that ey defined by a functional derivative is generally
a complicated function of n(k) and the energy of the total system E cannot be
given by summing up the energy of the quasi-particles. For k = kg, &k is the energy
needed to add one particle to the Fermi surface. Since the state thus obtained is
the ground state for the N + 1 particle system, the chemical potential is given at
T =0by
ek = Eo(N + 1) — Eo(N) = 1, (2.16)
where u = dEg(N)/0N, Ey being the ground state energy.
Equation (2.14) is correct when the second-order terms in §n(K) can be ignored; it
holds when the number of excited quasi-particles is sufficiently small compared with

N. When the change of ¢ arising from the distribution function n(K) is included,
(2.14) becomes

SE = el8n(k) + % DYk K)snksn(K). 2.17)
k k K

Here, f(k, k) is called the Landau parameter and is given by the second functional
derivative of E by én. From the symmetry of (2.17):

fk, k)= f(K, K. (2.18)

Energy ¢, is the energy of the isolated quasi-particle K. Owing to the interaction
with quasi-particles distributed with density 8n(k’), the energy of quasi-particle k
becomes

e = al + Z f(k, K)sn(K). (2.19)
=

Since the sum over k’ gives volume 2, f(k, k') is a quantity of order 1/ Q. If we
include the spin of the Fermi particle,

E=E)+ Z elsn(k, o) + % Z f(ko, Ko")én(ko)sn(K'a"). (2.20)
ko Kk’

oo’

Since the interaction between two quasi-particles depends only on the relative
direction between their spins o and ¢”’, the Landau parameters can be written as

ok Ky = %{f(ka, Ko)+ f(ko, k' — o)}, (2.21)

where s and a correspond to + and —, respectively in (2.21). In the isotropic system,
we can define the Landau parameters f;*“ as

£k K) =" i Pi(cosb), (2.22)
I
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where P, and 6 are the Legendre function and the angle between k and K/,
respectively.

Today, when we apply the Fermi liquid theory to electron systems, the systems
possess symmetry of crystals, which generally violates the Galilei invariance and the
spherical symmetry. Therefore, we cannot use the Landau parameters appropriate
to the liquid, but should use the parameters appropriate to the solid. To avoid
confusion, in this book we discuss the microscopic theory directly on the basis of
the field theory.

References

[1] L. D. Landau, Sov. Phys. JETP 3 (1957) 920; 5 (1957) 101; 8 (1959) 70.

[2] P. Nozieres, Theory of Interacting Fermi Systems (Benjamin, 1964).

[3]1 P. W. Anderson, Basic Notions of Condensed Matter Physics (Benjamin, 1984).
[4] J. M. Luttinger, Phys. Rev. 119 (1960) 1153.



3

Anderson’s orthogonality theorem

The Fermi liquid possesses an infinite number of electron—hole pair excitations in
the vicinity of the Fermi surface and can be considered an infinitely degenerate
system. Because of this nature the Fermi surface is largely transformed even by
a small perturbation. The fragility of the Fermi surface gives rise to interesting
physics, such as superconductivity and the various many-body problems related
to the Fermi surface. A typical example is the Kondo effect. In this chapter, we
consider the system of dilute impurity atoms in metals.

First, in Section 3.1, we consider the screening effect of an impurity charge
in metals, following the Friedel theory. In Section 3.2, we explain Anderson’s
orthogonality theorem as a singularity originating from the infinite number of low-
energy excitations near the Fermi energy in metals. In Sections 3.3 and 3.4, we
introduce the photoemission due to soft X-rays and the quantum diffusion of charged
particles in metals, respectively, as typical examples in which the orthogonality
theorem plays an important role.

3.1 Friedel sum rule

Let us assume that there exists an impurity atom in a normal metal such as Cu, Ag or
Al Owing to the local impurity potential V (1), the electron distribution around the
impurity changes. The local change of electron number was calculated by Friedel
in 1958 [1]. We introduce it here.

Approximating a normal metal by a free electron system, we can write the
Schrédinger equation for the wave-function (1) of an electron moving in the local
potential V (r),

2

h
—2—v2w(r> + V(OY(r) = EY(r). (3.1)
m
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The asymptotic form of the wave-function in the region far from the impurity can
be written as

r—0o0

U(r) =3 %" + A@©, ) /r. (3.2)

The first term on the right-hand side of (3.2) represents the ingoing wave and the
second term represents the scattering wave. The coefficient A is the scattering
amplitude and 6 is the angle between k and r. Here, we assume that the potential
V(r) has spherical symmetry, and we expand (') in spherical waves using the
Legendre polynomials:

y(r) = ch/fz(r)Pz(COS 0). (3.3)
1
The asymptotic form of 1;(r) in the region r — oo, where V(r) = 0, is given by

1 . ( 1514 )
Y(ry~ —sinlkr — — +6; ), (3.4)
r 2

where §; is the phase shift. Representing (3.2) in the spherical waves and equating
it with (3.3), we obtain from the coefficient of exp(—ikr),

kep = 21+ 1)i'e'. (3.5)
From that of exp(ikr), we obtain

A@B) = i Z(Zl + 1)(e*® — 1) Py(cos 0). (3.6)
2ik =

The differential scattering cross-section o (€) is given by

2
1| :
o(0) = |A©®))? = e > (@1 + 1)e™ sin§ Pi(cos 0)]| . (3.7)
=0

Substituting (3.5) into (3.3), we obtain

() = Z(zz + Di'e™ k= Pi(cos 0)y(r). (3.8)
)

Putting v;(r) = ¢;/r and taking the spin degeneracy into account, we obtain the
total electron number within the sphere with radius R as

R 2 R 2 ke 2 1 l)//12(”)
p(rArridr = | Anr’dr | AnkPdk2) 21+ 1)
0 0 0 I

Qr)} K2
4 kF R
=—Z(2z+1)/ dkf @2dr
T 5 0 0
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e 1 [deodg d*¢i
= — 21+ 1 a’k— —— — . (39
Z( * )f {dk dr ‘”ldrdk},:R ©9)
The last equality of (3.9) can be derived as follows. The Schrodinger equation for
@ = ry(r) is given by

d*g , ld+1) 2mV(r)
— k- — =0
dr? [ nir2 Y

and that for the eigenfunction @ with eigenvalue 2m E /h* = k2,

$o [ WD 2mV()
S o ~0.
dr? +[ 022 = K

From the above two equations, we obtain

_ R ol Lo do,  dg 1"
k2—k2/ bd :f o —" _ dr = | & _
( ) | addr= |\ Oy ey A= ey, .

Taking the limit X — k, we obtain the relation

K 1 [doide d*p
2
dr = — { S84 . 3.11
/0 e Zk{dk dr (pldrdk},:R ©-11)

Here we return to (3.9). Substituting
. 1514
@(R) >~ sin | kR + &;(k) — 5 (3.12)
into (3.9), we obtain
k 2 ke ds
drridr = =% (21 I/dk R+ —
| perriar e | {( +dk)
1
5 sin(2kR + 26;(k) — ln)} . (3.13)
The change in electron number AN is given by
R
AN = / [p(r) — po(r)l4mridr

kg
= — 2(21 + 1)/ dk {— — l sin §;(k) cos(2kR — I + 51(k))}

(3.14)
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Considering the weak k-dependence of §;(k) compared with 2kR and partially
integrating, we obtain

AN = 3 2(21 +1) |:3](k1:) — sin &;(kg) sin(2kgR — It + 81(](1:))] .
T

1
2kgR
(3.15)
In the limit R — oo, AN should be equal to the difference of charge AZ between

the impurity atom and the host atom:
2
AZ =221+ D)ike). (3.16)
T

The final resultis called the Friedel sum rule. Equation (3.15) shows that the effect of
alocal potential is limited within a finite region and the outside of the region remains
unchanged. An impurity cannot affect the total system and the effect remains always
alocal one. The equality AN = AZ tells us that the electron charge of the impurity
atom stays in the neighbourhood of the impurity atom and the impurity atom exists
as a neutral atom when we see it from a long distance. This nature arises from the
completeness of the screening in metals.

Taking the derivative of (3.15) by R, we obtain the change of electron density
Ap as

Ap = p(R) — (R =\ GANR)
p="r PO = 4R 4R

4k 2UeR + 8 —I)  sinkpR + 8 — I
b Z(21+1)sin3,{—cos( PR+ 0 —lm) | snCGleR 40 ”)}
n? & (2kpR) (2kpR)

(3.17)

The extra local electron density decays as R 3, oscillating in the period 7 / k. This
oscillation is called the Friedel oscillation and is the same as the RKY (Ruderman,
Kittel and Yosida) oscillation, which is seen in the spin polarization of conduction
electrons due to a magnetic impurity atom, as discussed later. The factor 2k appear-
ing in both oscillations can be considered a result of the discontinuity of electron
distribution at the Fermi surface. That is, using only the electrons with wavelength
longer than k!, we cannot screen the space change of charge that is shorter than
(2kp)~".

The Friedel sum rule was derived for the one-body spherical potential but nowa-
days, it has been shown by Langer and Ambegaokar that the rule holds more
generally and can be extended to the case possessing a crystal potential and/or elec-
tron interactions [2]. The generalized form of the Friedel sum rule can be written
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in terms of the scattering matrix (S-matrix) S (w) at the Fermi surface as
1 N
AN = —Tr log S(w). (3.18)
2mi
The S-matrix is related to the transition matrix (7-matrix) as
Sup(1e) = 8up — 27i8(Eq — 10T op. (3.19)

where 8,4 and 8(E, — p) are the Kronecker delta and §-function, respectively. If
the S-matrix has a spherical symmetry, we can expand it in terms of the spherical
waves. The [-wave component S; of S can be written using the phase shift §;, as

S, = 2 (3.20)

and (3.18) reproduces (3.16).
The T-matrix is defined for a general scattering potential V by

N ~ N 1 N
Te+in)=V+V——T(Ee+in) (n — 0), 3.21)
e—"H,+in

where 7 is a positive infinitesimal.

3.2 Orthogonality theorem on local perturbation

When a local potential V (r) is created in metals owing to an impurity, the distribu-
tion of conduction electrons changes to screen it. In this case, the ground state of
the N-electron system for V(r) = 0 and that for V(r) # 0 are orthogonal to each
other and the overlap integral between the two ground states for different potentials
vanishes. This conclusion was obtained by P. W. Anderson in 1967 and is called
Anderson’s orthogonality theorem [3]. For simplicity, we consider the spherical
waves centred at the potential and discuss the change of s-wave (I = 0) due to the
local potential. For example, when the é-function type V(r) = V4(r) is assumed,
only the s-wave possessing finite amplitude at the origin is scattered. The s-wave
eigenfunctions in V = 0 are represented with suffices n as

@n" = No, sin(k,’r)/r. (3.22)
For V +# 0, a phase shift §, is created and ¢, is given by
©n = Ny sinlk,r +8,)/r. (3.23)

Here Ny, and N,, are the normalization constants. For both cases with V = 0 and
V # 0, we consider the ground states where N electrons are filled up to the Fermi
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energy. These many-body states are represented by the Slater determinants:

o1(r)  o1(r2) -+ ei(rn)
1 L o) @) o ea(rw)
on(r1)  on(r2) -+ en(ry)

The overlap integral S between the gound state |i) without a potential V (r) and
the ground state |f) with V(r) is given by

1
S = ﬁ// det|@,°(r,,)|det|@,(r )|dr 1dr o - - - dr y
- (3.25)

This result was derived by P. W. Anderson using the relations among determinants.
Here § is a phase shift of s-wave at the Fermi surface due to a local potential. When
we include the spin degeneracy, the overlap integral is given by a product of the
overlap integrals with the same phase shift § for each spin and the exponent is given
by twice the exponent of (3.25). The result (3.25) gives § = 0, as far as § # 0, since
the electron number N is a macroscopic number. This means that the ground state
for V = 0 and that for V = 0 are orthogonal to each other. Since §/7 gives a local
electron number according to the Friedel sum rule (3.16), when the local electron
number changes, the two ground states before and after the change are orthogonal
to each other. The phase shift § = 7 corresponds to the change of one electron and
means the appearance of a bound state due to the potential. In this case the overlap
integral between the state for § = m and that for V = 0 is given by the overlap
integral between a bound state and a spherical wave extending over the total space.
Actually, corresponding to this fact, (3.25) gives 1/+/N for § = 7. According to
the theorem of Kohn and Majumdar [4], the energy and electron density of the
total system are analytic and change continuously with respect to the strength of
V, independently of the existence of bound states.

Now we discuss the reason that the overlap integral S vanishes. Since the or-
thogonality holds even for a small value of V, let us calculate directly the change in
wave-function of the N-electron system by treating the potential as a perturbation.
The wave-function ®( denotes that of the Fermi sphere for free electrons when
V =0, and a local potential is assumed as

H = Z Vi e Fek. (3.26)
kk’

We neglect the electron spin degeneracy at present and consider it later. Equa-
tion (3.26) represents the scattering process where an electron K inside the Fermi
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Fig.3.1 By alocal potential V (r), the distribution of conduction electrons changes
within a finite region.

sphere is scattered into k” outside the sphere. The change of wave-function ®; in
the first-order perturbation is given by

V !
o ==Y K ek ®@o. (3.27)
KK Ex — €k

Here we put the Fermi energy 1 = 0. In @, electron-hole pairs k'(gy > 0) and
K(ex < 0)are created. To normalize ® = & + &; + - - -, letus calculate |®|>. Here
we assume |Pg|?> = 1 and Vi = V:

| View|?
|B* = | o> + D1 +--- =1+
%:(skf —e

0 D 1
_ 2v72 /
_1+,0V/ ds/ de —— +
-D 0 (' —¢)

=1+ p*V%log(D/0)+ -, (3.28)

where we assumed a constant density of states p for conduction electrons from — D
to D. This assumption and Vi = V do not lose generality, because the logarithmic
divergence arises near the Fermi energy. The logarithmic divergence arises from
the lower limit of electron—hole pair excitation energy, w = ¢’ — & — 0. The di-
vergence of (3.28) is called the infrared divergence, since it is the divergence in the
low energy limit. If the lower energy limit O is replaced by the energy discreteness
of conduction band D/N, |®|? becomes

1O =14 p2V21og N ~ ¢’V 1oeN — N#°V*, (3.29)

Thus, the overlap integral S between ®; and the renormalized ® = (dy +
®,)exp[—(p>V?/2)log N]is given by

S = N"PV’2, (3.30)
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For the conduction band symmetric with respect to u = 0, the phase shift § at the
Fermi energy is written by V as

§ =tan"(pV). (3.31)

Considering this fact, we can see that (3.30) agrees with (3.25) in the small § limit.
The logarithmic divergence of |®;|? in (3.28) originates from the infinite number of
electron—hole pair excitations. As a result, ® loses the overlap with the unperturbed
Fermi sphere ®.

Here it should be noted that the singularity exists only in the change of wave-
function and there is no singularity in the change of energy due to the potential.
For example, the second-order perturbation term in energy converges, because the
denominator is the first-order term of (ex — e¢) = w, as

Viek|?
E?=-%" W™ _ —(pV)22D log 2. (3.32)
e (e — &)

As seen above, the Fermi surface of metals is infinitely degenerate with respect to
the electron—hole pair excitation and possesses the characteristic nature of fragility.
As a result the Fermi surface changes drastically by a small perturbation. This
nature is related to the occurrence of superconductivity by a weak attractive force.

3.3 Photoemission in metals and the orthogonality theorem

As an application of the orthogonality theorem, let us consider the photoemission
of core electrons by the soft X-rays in metals. When we excite a core electron
in metallic ions by the X-ray so as to emit it out of metals, in the final state there
remains a hole in the core orbital. The hole decays in a finite lifetime. In the case of a
long lifetime, the photoemission spectra corresponding to the final state possessing
a core hole can be observed. In this case conduction electrons around the core hole
are attracted to screen the positive charge of the core hole. Finally, as seen in the
previous section, electrons giving unit charge are attracted. Thus the local state of
conduction electrons changes before and after the absorption of X-rays, and to this
situation Anderson’s orthogonality theorem can be applied. The intensity /(ex) of
photoelectrons with energy & is given by

I(e) o Y [ Tibla W) *8(w + & — e — Ex+ Ei— W), (3.33)
f

where w is the energy of X-rays and W is the work function. Hereafter we put
o — W as w for simplicity. ., E; and Ey are the energy of core state, energy of
initial state of conduction electron W; and that of final state Wy, respectively. The
matrix element of the transition is obtained from the interaction Hamiltonian ;



Photoemission in metals and the orthogonality theorem 37

i £

Fig. 3.2 Schematic figure of photoemission in metals. When an electron is emitted
from a core state, conduction electrons are attracted by a core hole to screen the
core hole charge.

among the core hole b, the photoelectron k' and the X-ray, which is written as

J = jkbek + cxb). (3.34)
k

The first term represents the process where the absorbed X-ray emits a photoelectron
and creates a core hole and the second term the inverse process. Using the relation

Re [>® .
S(w—¢) = ;e f dte' @, (3.35)
0

we rewrite (3.33) into the following. Since the final states Wy make a complete set,
by inserting ) ", | W) (W] on the right of the operator b in (3.36), we can rewrite
(3.33) as

Re [ iotec—epr iEity —iHtpt
I(en) o« — | dtet@re=e (y o B pe=i M | ,)
7T Jo

_ Re o0

T Jo

die A (P! | @) (3.36)

Here, in the last expression, |\W;) means an initial state without any core hole and
operators for core holes are omitted. The Hamiltonians Hy and H are those of
conduction electrons for initial and final states, respectively. Here we treat the
spin-independent process and ignore spins. The Hamiltonian is written as

H=Ho+H, (3.37)

Hoy = Z EkCk Ck, (3.38)
k

H =V Z et ex. (3.39)
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The expectation value ( ) in (3.36) means the overlap integral between the wave-
function propagating by H and that propagating by H,, after ' is introduced at
t = 0. When ¢ — oo, since the final state approaches the ground state |0, the
overlap integral becomes small following the orthogonality theorem, as given by

(W [0l o=\, o @I EM—EI (j Dy =O/m)" (3.40)

The energy difference E;° — E; is that between the ground state energy of the
final state and that of the initial state. The result of (3.40) corresponds to that
where the lower energy cutoff w; = D/N is replaced by 7 /it. The reason why the
coefficient of the exponent (§/7)? is twice as large as (3.25) is that (3.40) becomes
|(W%|W;)|? by inserting |W°) (¥;°| in the middle left side of (3.40). The result of
(3.40) can be obtained directly by the method of Nozieres—de Dominicis [5]. By
the perturbational calculation we can also obtain it from expanding (§/7)* with
respect to (pV)?. Inserting (3.40) into (3.36), we obtain the intensity of the photo-
electron as

—14+@/n? _

I(ey) x & T

(3.41)

Here we have put &€ = gpx — &k, Where enax is the maximum value of gy corre-
sponding to the ground state of the final states. In this case ¢ = 0. The intensity
I(g) in (3.41) is shown by the broken line in Fig. 3.3. If we take the lifetime of
the core hole into account and assume a phenomenological damping function =7,
we obtain the asymmetric spectral function shown by the full line in Fig. 3.3. The
spectral function for ¢ > 0 represents the electron—hole pair excitations in the final
states. As seen here, the orthogonality theorem not only represents the orthogonality
catastrophe between the two ground states, but also gives analytically the power in

€= 0

Fig. 3.3 Intensity of photoelectrons excited from core states by a constant energy

X-ray. When the damping rate y of the core hole is taken into account, /(g) is

changed into an asymmetric form shown by the full line, from the form 7(g)
—14(/m)?

e .
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t or ¢ as shown in (3.40) and (3.41). It is important in actual cases that the theorem
contains the information of excited states.

In(3.41), ¢ = (8/m)?is obtained. But in general, considering the spin degeneracy
and the screening by general spherical waves /, we obtain

a=2) Q2+ 1)(&/n). (3.42)
l

In this case, the phase shift §; of the [-wave satisfies the Friedel sum rule:

AZ=1=2) @ +1)8§/x. (3.16)
)

In addition to the final states, when there exist phase shifts 8;' also in the initial
states, « is given by replacing §; in (3.42) by the difference of phase shifts ;" — &,
as the following:

a=2) @+ D& — 8/ (3.43)
l

The asymmetric spectra of the photoemission as shown in Fig. 3.3 have been ob-
served in many metals and from the obtained values of & we can estimate the value
of the phase shift §; with the help of the Friedel sum rule.

Now we will discuss the absorption of soft X-rays by which core electrons are
excited to the Fermi surface of the conduction band, and also the emission of soft
X-rays. These processes can be understood with the help of the above-mentioned
results. Since the absorption and emission are symmetric processes to each other,
we confine ourselves to absorption. At = 0, we assume an electron in core states is
excited to one of the states with orbital angular momentum /y. In this case one of 8101
in (3.43) is replaced by §;,' + 7. After t = 0, the time development of the system
is the same as that of photoemission. For example, when we assume that only the
s-wave (lp =1 = 0) is related to the process and ignore the spin degeneracy, we
obtain easily the expression for the intensity,

I(ex) oc TVt = =20/ 0/m7, (3.44)

In general, including the spin and orbital degeneracy, we obtain the general form

I(g) x €, (3.45)

25, :
B = +2Z(2l+ 1)( ) (3.46)
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As an example, in the case where a p-electron (/ = 1) in core states is excited to a
state with s-symmetry (I = 0), we obtain the exponent 3:

28 5\
B +22:QL+D(;). (3.47)

T

In addition to the above assumption, we assume that only the s-wave part contributes
to the screening of the core hole. Then,

2
ﬁ:—%&+2(@). (3.48)

g /4

On the other hand, from the Friedel sum rule o = /2 is obtained in this case.
Thus, B = —1/2 and I(¢) diverges at ¢ = 0 as seen from (3.45).

As another case, we consider an s-electron of core states excited to a state of p-
symmetry ([ = 1) and the screening for the core hole still done only by the s-wave

with [ = 0. From §; = 0,
S\ 1
p=2(2) =1 (3.49)
T

As a result, as shown in Fig. 3.4, I(¢) in (3.45) is suppressed near ¢ = 0 for 8 > 0
and enhanced for 8 < 0. When an electron of initial states is excited to a state
possessing the same symmetry as that of the final state, the overlap integral is large
and the intensity is enhanced. On the other hand, when an electron is excited to a
state possessing a symmetry different from that of screening electrons in the final
state, the large rearrangement of the electronic state is necessary to screen the core
hole and reduces the overlap integral to give a reduced absorption intensity. Anyway,

N

. . . Z
emission 7 absorption” Ty %
Z emission 7} /absorption/

/ ’

7

77
/ . 2
% /
.- o .
0 0
Fig. 3.4 Edge singularities of absorption and emission of soft X-rays in metals.
For B < 0, the edge near ¢ = 0 is enhanced and for § > 0, it is weakened. The
former is seen in emission and absorption of core p-electrons in Na and Mg.

The latter is observed in the absorption and emission from core s-electrons in Li
and Be.
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in a simple absorption without any screening effect, § = —1 and the spectrum is
given by the é-function. Compared with this case, we can see that the intensity at
¢ = 0 is suppressed owing to the overlap integral between the electron clouds. In
the emission of soft X-rays, considering the inverse process of the absorption, we
can obtain similar results. The above-mentioned conclusion has been confirmed by
experiments as an edge singularity in the emission and the absorption of soft X-rays
in metals [6]. For example, the singularity corresponding to a negative value of
has been observed for the 2p core hole in Na and that corresponding to a positive
value of 8 has been observed for the 1s core hole in Li.

3.4 Diffusion of charged particlesin metals

When charged particles such as protons and positive muons diffuse in metals,
Anderson’s orthogonality theorem plays an important role. Let us discuss the dif-
fusion of charged particles as an example of the application of the theorem to a
dynamical process. As shown in Fig. 3.5, we assume that a charged particle with
mass M stays at an interstitial site. The position of the particle M is denoted as R
and the potential as U (R), and the Hamiltonian for the particle M is written as
h2Vg?
2M

In addition to this, we should consider the interaction with conduction electrons,
because the particle exists in a metal. At the usual temperatures, the charge of the
particle should be screened by conduction electrons. At this point, the following
problem arises. Even if the charged particle stays at a potential well, the particle
is making an oscillating motion within the well. Moreover, the particle makes a
tunnelling motion to a neighbouring interstitial site. In this section we consider the
role of conduction electrons which screen the moving charged particle.

Hy =— + U(R). (3.50)

N

8

Ve

Fig. 3.5 A muon moves, distorting the lattice. When the energy width of u™ is
sufficiently smaller than the level separation |ey — &;|, ut tunnels to the neigh-
bouring same lowest level s from the lowest level s. The fluctuations of lattice
distortion adjust two neighbouring levels g; to assist the tunnelling.
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(a) Interaction with lattice distortion. In discussing the quantum diffusion of
charged particles, first of all we need to consider the interaction of the particle with
the lattice distortion around it. This problem, which has been studied as a small
polaron, is briefly described here. The charged particle (hereafter called the particle)
distorts the lattice to make a stable interstitial site. When the particle transfers from
an interstitial site to a neighbouring interstitial site, the lattice distortion around
the particle also follows it. As a result, at low temperatures we can consider a
composite particle composed of the charged particle and the accompanying lattice
distortion. In this case we have to estimate the tunnelling matrix element of the
composite particle between the neighbouring sites. Here the wave-function of the
lattice distortion around site | is denoted as |W,’), where i is one of the energy levels
of the particle in the potential well. The tunnelling matrix element J/ of the particle
from |¥?) to |\Il|+gi) at site | 4 g is given by

I = Jo (W W67, (3.51)

where Jy' is the tunnelling matrix element without the accompanying lattice distor-
tion. As shown by this result, J is reduced from Jj by the overlap integral between
the neighbouring lattice distortions. Hereafter we consider the tunnelling of the
particle between two states with the same energy level i at different sites and ignore
that between different levels; we omit the suffix i, hereafter.

Now we consider the overlap integral between lattice distortions with the help
of Anderson’s orthogonality theorem, by replacing the phonon excitations hw with
the electron—hole pair excitations, as hw = gy — ek (g > 0, ek < 0). The reason
the logarithmic divergence appears in the electron—hole pair excitations is that the
density of states for the low energy excitations is proportional to w. This fact can
be seen by rewriting (3.28) as

2D 0] 2 2D 2
V2/ da)/ ds'2 = V2/ do? 2. (3.52)
0 0 w 0

Here p is the density of states for conduction electrons and is constant near the
Fermi energy. In the case of phonons, the interaction A(w) between the particle and
the lattice system and the density of states for phonons N(w) o w?~! appear in
the coupling form A%(w)N (w), which corresponds to V2 p%w in (3.52). In the usual
case A%(w) is proportional to w. As a result, there exists no infrared divergence in
the phonon system, except for a one-dimensional lattice where N (w)A?(w) has the
w-linear term. In the three-dimensional system, the overlap integral between lattice
distortions is finite and is put as

J = Joe 5, (3.53)
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¢S = (W W), (3.54)

Here S is positive and takes a value of the order of unity. At high temperatures,
S is not constant but depends on the temperature owing to the excitations of the
lattice system. In (3.51), J, is the value for the case where the lattice is fixed so
that it gives the largest contributions to the tunnelling process of the particle. In
this case we assume the lattice distortion cannot follow adiabatically the particle
motion and take the lattice distortion into account in the non-adiabatic way. This is
because we assume that ions of the lattice are heavier than the tunnelling particle.
The non-adiabatic terms play important roles to give the width of the energy level
i for the particles, in other words, to give rise to the damping of coherent motion;
the coupling with the lattice distortion gives rise to the transition between different
energy levels in the potential well.

(b) Interaction with electrons. By the effect of the lattice distortion the tun-
nelling matrix element J is reduced from Jy to J in (3.53). Now starting with J,
we consider the effect of interaction with conduction electrons. For example, even
if we consider a positive muon as a charged particle, the mass is about 200 times
as large as the electron mass. One might consider that the electrons can always be
treated in an adiabatic way for the heavy charged particle. However, the electron—
hole pair excitations in metals possess an infinitely small excitation energy and
represent very slow motion. As a result, we have the following conclusion. Among
the electron—hole pair excitations, the part possessing excitation energy higher than
the kinetic energy of the particle can follow the particle motion and can be treated
in an adiabatic way. As the energy scale of the charged particle, we can take the fre-
quency wyg of the oscillating motion or the energy level splitting iwy >~ (E; — E;)
in the potential well.

On the other hand, the electron—hole pair excitation possessing energy smaller
than 1wy cannot follow the motion of the particle and behaves in a non-adiabatic
way. The important role of the non-adiabatic effect was stressed by J. Kondo [7]. The
interaction between the charged particle R, possessing a charge Z(< 1) reduced by
an adiabatically accompanying electron cloud, and the conduction electron cloud r
following the particle non-adiabatically is written here as V(r, R), and the Hamil-
tonian H for the total system is written as

H=Hy+H.+V(,R). (3.55)

Here H. is the Hamiltonian for the electron system and H), that for the charged
particle given by (3.50).

For the charged particle to keep the transfer motion, in each process of the transfer
motion the screening by the conduction electrons should be accomplished. As a
result, the charged particle and the conduction electron cloud can be considered to
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move as a composite particle in a similar way to the case of the lattice distortion. In
this case, the overlap integral between neighbouring electron clouds is an important
factor. The tunnelling matrix element J of the charged particle accompanying the
electron clouds is given by

J = JTl@aleig)| = Jl{@1le)], (3.56)

where |¢;) is the wave-function of the electron cloud at site |; since g is a neigh-
bouring site, (¢ |¢4g) is given by the overlap integral (¢;|¢,) between two states
separated by distance a.

Here we need to calculate the overlap integral between two electron clouds
centred at two sites separated by distance a. The overlap integral arises when
an electron cloud around the charged particle staying at site 1 disappears by the
transfer of the particle and a new electron cloud is created around the charged
particle transferred to site 2. If the creation and annihilation occur independently at
the two sites separated by a long distance, the overlap integral is given by the square
of the overlap integral at each site described above. However, it is not simple in the
case between two sites with a finite distance, because there exists the coherence
effect between the two clouds.

At this stage it is necessary to generalize the orthogonality theorem. Since the
proof is complicated, only the final result is shown [8]. The most general form of
the theorem, which holds without any assumption on the symmetry of potential
and on the interaction among electrons, is the following. The overlap integral (f]i)
between two states |i) and |f) is written as

. Wy K

I ={— (3.57)
w

where w; and wy; are the cutoff parameters of low and high energy limits, respectively.

The important exponent K is given by

1 N N
K = ——Tr{log[Si()Si(w) "1, (3.58)

where S; and S; are the values of S-matrices at the Fermi energy in the initial and
final state, respectively. This result corresponds to the generalization of the Friedel
sum rule (3.18). When both initial and final states are locally disturbed by a local
perturbation, the generalized Friedel sum rule is given by

AN = %Trlog[ﬁf(u)ﬁi(u)”]. (3.59)
Tl
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Fig. 3.6 When a charged particle u* tunnels from 1 to 2, conduction electron
clouds screening the charge of u* follow u* from 1 to 2. The effective tunnelling
matrix element of the composite particle composed of both u* and electron clouds
is reduced by the overlap integral between electron clouds.

If S‘i(u) =1and S’f(u) is spherically symmetric, using S; = ¢*%, we obtain
1 2
K=— Xl:(zz + 152, (3.60)

which agrees with the result of (3.42). Here we have included the sum of electron
spins.

Now, using the generalized orthogonality theorem we calculate the overlap in-
tegral between the two N-electron systems possessing potentials centred at two
different sites, as shown in Fig. 3.6. For simplicity, we assume that each potential
is screened by only the s-wave part of the electrons with respect to the centre of the
potential, and their phase shifts are assumed to be §. The value of K for each spin
component in this case, from (3.58) and after a rather complicated calculation, is
given by [9]:

2
1 JT=xtans
-1 4“‘“} . 3.61)

Ko(x,8) = | —tan
olx, 9) |:7T /1 + xtan?$

Here x = jo*(kga) where the zeroth spherical Bessel function jy(z) = sinz/z. The
reason we have the factor kra in (3.61) is that the wave-functions giving the Friedel
oscillation in the charge distribution contribute to the overlap integral. If we put
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a = 00, we have x = 0 and K becomes

8 2
Ko(0, 8) = (E) . (3.62)

This result represents the overlap integral when the phase shift § is annihilated at
site 1 and the phase shift § is independently created at site 2. If we consider the spin
degeneracy, we obtain K = 2K.

Now let us calculate J given by (3.56). In our problem, the high energy cutoff
hwy is given by the frequency fiwg of the charged particle in the potential well.
As mentioned before, the frequency hwy is the upper limit of the non-adiabatic
electron—hole pair excitation, and the electron—hole pair excitations cannot adia-
batically follow the motion of the charged particle faster than the frequency wy. On
the other hand, the low energy cutoff is given by iw, = J for the low temperature
kgT < J, since the potential due to the charged particle disappears within the time
7/J. In this case J is self-consistently determined by

. A% J\Mo
J=J|\—) =J|— . (3.63)
ha)o ha)()

From this equation, we can conclude that when K > 1, J = 0 and the charged
particle is localized. As an example, we consider the case where the electric charge
AZ =1 is screened by the s-wave part of the conduction electrons. In this case,
the phase shift § is determined as § = /2 by the Friedel sum rule, and K takes its
maximum value, 1/2. As a result, the particle possessing a unit charge cannot be
localized by the above-mentioned mechanism, while the charged particle possessing
AZ = 2, such as a two-hole bound state, can be localized.
When kgT > J, the low energy cutoff iw, = kgT and J is given by

3 ksT\*
J=J|— . (3.64)
ha)o

This is because the Fermi surface disturbed by the thermal energy kg7 weakens
the orthogonality catastrophe.

To see the experimental situation, let us consider the diffusion coefficient D,
which is written with the help of the velocity of particle v and the mean free time
T as

D = (v*)t. (3.65)

The charged particle with momentum K and the conduction electron k collide via
the interaction V¢ and become K’ and K/, respectively. The level width 7/t given
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by the processes is calculated by the golden rule as
., 2w s
o= 22 ) Vi = fioblek — e + Ex — Ex), (3.66)
Kk’
oK’

where e and Ek are the energy of the conduction electron and that of the charged
particle, respectively. If the charged particles make a band motion, the momentum
conservation k — k' + K — K’ = 0 holds. When the mass of the particle is large
and the band energy of the particle is smaller than kg7, (3.66) becomes

4 4
T - D Vi filll = fidd(ex — &) = 7(pV)2kBT. (3.67)
kk/
Now we take into account the fact that the forward scattering gives no contribution
in the transport phenomena and obtain

1 = 2w KkgT/h, (3.68)

where K = 2K, in (3.61) and becomes for a small pV,
K =2(pV)*(1 = jo (ka)). (3.69)

On the other hand, the velocity of the charged particle is given by v = Ja. From
(3.65), the hop rate v is given by [7, 9-11]:

D ) 7\ 2K~
yo 2oL (TN (3.70)
a?  2nKwy \ hwg

Since K < 1/2 for a single charged particle and —1 < 2K — 1 < 0, the hop rate
v increases with decreasing temperature. In Fig. 3.7, we show the hop rate of
the positive muon in the Cu metal. This result is obtained by the measurement
of the muon spin rotation (uSR). As seen in this figure, the hop rate shows the
temperature dependence of T~ below 20K and K is determined as K = 0.16.
As we have seen above, the screening effect of the conduction electrons gives a
unique temperature dependence in the diffusion of charged particles.

Finally, a comment on narrow-band electrons. The d-electrons (holes) in the
transition metals and the f-electrons (holes) in the rare earth metals construct
narrow bands and behave as charged particles with a large effective mass. Thus,
from our preceding argument it is naturally expected that the bandwidth of d- and
[ -electrons becomes narrower owing to the screening effect of conduction electrons
composed of s- and p-electrons. From this point of view, the screening effect and
the orthogonality theorem are also important issues in the usual strongly correlated
systems such as the transition metals and rare earth metals.
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Fig. 3.7 The hop rate of u* in Cu obtained by the spin relaxation method [11].
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s—d Hamiltonian and Kondo effect

4.1 Spin susceptibility of conduction electrons

Let us consider a free conduction electron system in the presence of a magnetic
field H(r, t) oscillating in space and time and calculate the spin susceptibility for
this system. We fix the z-axis in the direction of the magnetic field, which is chosen
as the spin quantization axis. The Zeeman energy Hy of the electron possessing
spin S = 0/2, o being the Pauli matrix, is given by

1
Hz = —EUgMBH(r,f), 4.1)

where g and up are the g-value of the electron spin and the Bohr magneton,
respectively. By Fourier transformation, H(r, ¢) is written as

H(r, 1) = / H(q, o) et gade, 4.2)

where « is an infinitesimal positive number and in the limit t = —oo, H(r, t) = 0.
Now, let us consider the first-order term of the magnetization with respect to the
perturbation H((, w). The potential éu,(r, t) applied to the electron with spin o is
given by

o
Sus(r,t) = _EgﬂBH(r,[)

= f/ U (Q, w)e' I O gade 4.3)
ua(q’ C()) = _Ggl/«BH(CL a))/2

This potential depends on the spin. Using the result calculated for the local potential
given by (1.68), we can obtain the susceptibility [1, 2]. The change ép,(q, @) of

49
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the electron density with spin o is given by

_ 1 fk) — fk+q) N
o= Xk: {8(k) —e(k+0q) +ho — iha’ us(q,w)+C.C.t, (44

where f(K) is the Fermi distribution function. The magnetization M(r, t) is given
by

1 1
M(I’,t): Egl’LBO'(r7t)= _g/'LBO{apU(r t) 5p*6(r9t)}

__(1 )23//{ fOO = FKAD  qrsiortar
- 2% ) g s(k)—e(k+q)+hw iha

x H(Q, w) + C.C.}dqda), (4.5)

where €2 is the volume of the system. Here we introduce the Fourier transform of
the susceptibility x(r, t) as

X, 1) = / f x(Q, w)e' 4Tt dade. (4.6)
The susceptibility x(q, w) is also related to the Fourier transform of M(r, ¢) as

M(q, w) = x(Q, ®)H(Q, »). 4.7)
From (4.5), x(Q, w) is given by
(gus)’ Z S — fk+0q)

=— . 4,
X ) = = e 2 a0 — ek + ) + o + il 8
The static susceptibility for a free electron x (4, w = 0) = x(Q) is given by
gHB\? 2 J& - fk+q)
x(@ = ( ) Z ek +q) — (k)
1 q
= XPau112F1 (2](1:) 4.9)
—x?2 1+x
Fix)=1+ log . (4.10)
2x 1-

Here the Pauli susceptibility yp,u; for conduction electrons is given by (1.35) and
proportional to the density of states p(eg) at the Fermi surface. The function F;(x)
is shown in Fig. 4.1 and the derivative of F;(x) diverges at x = 1 (g = 2kg). This
singularity shows that the change in electron distribution reflects the existence of the
Fermi surface and the local change in electron density shorter than the wavelength
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Fig. 4.1 Function F(x).

of 1/2kg is difficult, since there exist no electrons possessing wavelength shorter
than 1/2kg.

4.2 s-d Exchange interaction and spin polarization

Now we consider a dilute alloy CuMn, which contains a Mn atom in the Cu metal.
The manganese atom Mn possesses spin 5/2 and makes the exchange interaction
with conduction electron spins. For simplicity, we assume S = 1/2 and the con-
duction electrons are written as free electrons. This system can be represented by
the following Hamiltonian:

J _
H=Ho+Hyq = kZ ko Ok = 5x D Ok To oS, (4.11)
o kk’
oo’
where N is the number of atomic sites. The first term H represents the energy of
conduction electrons with N sites and the second term is the Hamiltonian called
the s—d exchange interaction. The second term can be rewritten as

He_gq = —% Z{(Ck/TTCkT — Ck/LTCkQSZ + Ck'TTCwS_ + Ck/¢TCkTS+}. 4.12)
kK’

If the exchange interaction J is negative, the energy is lowered when the localized
spin is antiparallel to the conduction electron spins. Here, we assume the localized
spin is fixed by a magnetic field and the average of S;, (S;), exists. In this case the
conduction electrons are polarized by the exchange interaction with the localized
spin. Now let us calculate the polarization of the conduction electrons.

The z component (S;) of the localized spin works on the conduction electrons
as the following effective field:

J 1
Hq = N<SZ>/ (Eg“B) : (4.13)
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Fig. 4.2 Complex plane shows the integral path. The radius R — oo.

The polarization of the conduction electron spins due to the magnetic field is cal-
culated as

1 1 —igr iqr
o(r)= 9] X(Q)E(qu + H_qe™")dq

1 J q ) .
= (S i B[ = )9 +€e'9)dq. 4.14
ZQgMB N< z)XPaul / 1 (2kF) (e +e ) q ( )

Here, we need to calculate the integral in (4.14):
Q'Y Filg/2ke)e T + €/
q

2

00 |
~ 8 dqq2/ dzFi(q/2kp)(@ 7" + q'7")
T 0 —1

_ (2kp)?

3 * 2ikgxr
= (27r2r)( z)/_oodxxFl(x)e

2% 2 1 1= 2 )
_ ((2 };))71 dexezl"F”, (4.15)
T“r -1

where we have used the following relation for the integration path shown in Fig. 4.2:

x+1 14+x
log| —— | =log
x—1

Using the partial integration in (4.15) for a large value of 2kgr, we obtain

1 _
127 N. J
o(r) = —— ———(S.) Xpauti F»2kgr), (4.17)
Q N gus

—mi (x| <. (4.16)

—X COSX + sinx
F(x) = )

(4.18)

x4

Here N, is the number of conduction electrons in the volume 2.
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As shown in (4.17), the spin polarization o (') of conduction electrons due to
the exchange interaction with the localized spin damps as (2kgr)~3, oscillating in
cos(2kgr). This behaviour is the same as the Friedel oscillation given by (3.17) and
results directly from the singularity of (4.10) at ¢ = 2kg. This oscillation is called
the RKY (Ruderman—Kittel-Yosida) oscillation [3].

In the same way as the Friedel oscillation, integrating the spin polarization of
conduction electrons o(r) over the sphere with radius R, we obtain the result
corresponding to (3.15). It is given by

K 2J
/ o(ranridr =
0 N

(4.19)

in 2kg R
<Sz>XPauli (1 - Sll’171:)

8MB 2kpR

Equations (4.17) and (4.19) show that the spin polarization induced by the local
perturbation due to the localized spin is localized around the localized spin; even
in the order of 1/N, the polarization does not extend over the infinitely long-range
region. The 1/r° dependence of the spin polarization in the conduction electrons
can be observed by the nuclear magnetic resonance at the Cu nuclei; the width
and asymmetry of the resonance peak appear owing to o (I'), which depends on the
distance from the Mn atoms. Since most of the Cu atoms are far from the Mn atom,
and the effect of the Mn atom is local, the central line of the resonance does not
shift.

The above discussion is not only confined to the conduction electron polarization
but is also important as the interaction between localized spins via conduction
electrons. Now we assume that a localized spin S; is situated at a position R from
the localized spin S;. The polarization o (') of the conduction electrons at R due to
S, is given by (4.17) and gives the following interaction with the spin S;:

7S.Q !
- ?\] fdra(r — R)&(r — Rz)/ <§8MB>

J? [ N\?
— 9 (—) F>(2kg| Ry — Ra[)S1,S5;. (4.20)
EF N

Including the transverse component of spins, we obtain generally the interaction
between the localized spins; Hgrgky is given by

€F
= —JRkkY SI* S (4.21)

This interaction is called the RKKY interaction, with the name of Kasuya added
to RKY for the spin polarization. The RKKY interaction is important in discussing
the magnetism of the rare earth metals and the spin glass of the CuMn. Since

J? [N\
Hrxky = =97 — (W) F,2ke|Ry — RS- S,
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R = Q7! Q being the volume, the transition temperature T, of the spin glass
is scaled by the concentration of Mn to give a universal temperature independent
of the concentration. On the basis of this property, we can have a generalized
discussion.

4.3 Kondo effect

In the 1930s the resistance minimum was discovered; the resistance shows a mini-
mum at a temperature as shown in Fig. 4.3, when magnetic impurities such as Mn
and Fe are inserted into the normal metals such as Au, Ag and Cu. In ordinary
metals the electrical resistance arises from the scattering on lattice vibrations at
room temperature. With lowering temperature the resistance due to the lattice vi-
brations decreases proportionally to 73. In contrast to this fact, in dilute magnetic
alloy systems the resistance increases again with decreasing temperature. In 1964,
30 years after its discovery, J. Kondo presented the theory that explains the re-
sistance minimum. This epoch-making theory not only solved the long-standing
problem of the resistance minimum, but also made clear the significance of the
many-body problem among electrons in metals. The many-body problem among
conduction electrons via a localized spin, elucidated by Kondo, is called the Kondo
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Fig. 4.3 Experimental results show the resistance minimum [5].
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problem today. Since his theory, theorists over the world have studied the problem
for over 20 years.

First let us introduce the theory of the resistance minimum by Kondo [4]. We use
the s—d Hamiltonian (4.11) in which free electrons in metals and a localized spin
S interact with each other. For simplicity, the magnitude of the spin § is assumed
to be 1/2. The electrical conductivity o is represented by the mean free time 7y and
the Fermi velocity of electron vy as

2¢? of
= - | dexrvi’ ple)——, 4.22
o ) kTkUk~ P (k) den (4.22)
where 2 and p(ex) are the volume of the system and the density of states for
conduction electrons, respectively. In general, the scattering probability 1/7(¢) is
given by the T-matrix as
L_=x D AT @) 8(e — e + &) (4.23)
— = — &)li & — &5+ &), .
we) h & !
where |i) and |f) are the initial and final states, respectively. The T -matrix is defined
by (3.21). Here, using H,_, in (4.11) as the scattering potential V, we obtain

1
T(8+in):Hs—d+Hs—d8_HO_H d+ian—a'
1
:HS— +Hs— . Hs— + e 4.24
s—d Uyt in B (4.24)

where 7 is an infinitesimal positive number.
The first-order term of the 7T-matrix for the scattering of conduction electron
k+— k't is shown in Fig. 4.4 and given by

J
TOKY— K1) = (fIH—ali) = —5x (MIS:1M), (4.25)

where M is the z component of the localized spin S. The term accompanying the
spin flip for the scattering k1— k'] becomes

TO(k4— K1) = —%(M 118, M)

J
= _ﬁ\/(s —M)S+ M +1). (4.26)

Combining (4.25) and (4.26), we obtain

J
7 _ —5(@9). 4.27)
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Fig. 4.4 Graphs show the scattering of electrons due to the localized spin. Full
lines show the electrons and the dotted line shows the localized spin S. M is the z
component of the spin.
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Fig. 4.5 The second-order process of the scattering of electrons due to the localized
spin. The arrows directed to the right denote electrons. The arrows directed to the
left denote holes.

Using the relation (S- o)> = S(S + 1) — S- &, we obtain the resistance given by
the Born approximation as

3mm Q J

2
Rp=>""2() S(S+1D). 428
BT 2 M ep <2N) &+ (428)

This result gives the constant resistivity independent of temperature.
As a result, we proceed to the four second-order terms shown by (a)-(d)
in Fig. 4.5. For the scattering process (a) k1— k14— k't without spin flip, the
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T -matrix is given by

J\’ 1— fir
— E 7(M|S |M). (4.29)
IN) e —ew +in
For the process (b), we obtain
J\? — fir 5
— —(M|S,° | M), 4.30
(2N> > IS (4.30)

K’

where we have fixed the energy of the electrons in the initial and final states at
ek = &¢ = € + in. For the process (c), in the intermediate state the localized spin
is rotated and S, changes from M to M + 1. The matrix element of the 7 -matrix
for the process (c) is given by

/ 22 L= i (M|S_S.|M). (4.31)
2N) & e—sa0+in * '
For the process (d), we obtain
I\ — fr
— — I (M|S.S_|M). 432
<2N) ;sk//—s—in< S S-1M) (4.32)

Combining the four second-order processes (a)—(d), we obtain

7\ 1
T®kt— k') = (2N) {Zig_gkﬁﬂnmmﬂm
.

Py s samy+ Y — s, s |M>}

k// 8_8k//+l k// ‘9_3k”+l77
J\* 1 1 —2fe
=\7v — S+ 1) - ) ——————(MI[S;|M) ¢,
<2N> {;e—emm (S+1) ;g_gk”+in< 15| >}
(4.33)
where we have used the relation
SiSe=S(S+1)—S>£S,. (4.34)

In a similar way to kt— k'1, the second-order term of the 7T-matrix for the
scattering from initial state K4 to final state k'] is obtained as

, 7\ 1—2fi
TOKr— K|)=— (ﬁ) Z ﬁw + 1|8, |M). (4.35)
k//
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Finally, the total 7-matrix up to the second-order terms is given by

T+ (g) = (i) S(S + I)Z -
— & +

J J 1= 2F(s0)
ST P SR i VAL
2N6;U% +2N§:8—&MHn}

The second term in the above bracket is calculated as

I\ 1—2f(e) JN [, 1=2f@E)
_<ﬁ> ;s—sk//+i8__(ﬁ) /_Oop(s)P e—¢ de

+in (2J > @)1 —2f(e)].

Here, we assume the following density of states for conduction electrons:

pe)=p (=D =<e=<D)
pe) =0 (le[ > D).

The real part of the first term is obtained as

J 2 D f/
_(ﬁ) p{—long—el—long—i—el—Z/ logls—el

-D
J Jp . el
=———log — kT
NN 8] (lel > kT)
J Jp kT
=———log— kT).
NN %8 (lel < kT)
Thus, the T-matrix is given by
J Jp Max(|e|, kT)
Ty — _ L (3. 14+ Lo 2202770
(&) Sy (S 1+ log D

Using this result in (4.22) and (4.23), we obtain the resistance as

2Jp kT
R=Rs{1+=L1o ..

(4.36)

(4.37)

(4.38)

|

(4.39)

(4.40)

(4.41)

(4.42)

where Rp is the result (4.28) obtained by the first Born approximation. In (4.42),
the next order term to the first Born term is important. Since we have assumed
J < 0, for kT « D the resistance increases logarithmically with decreasing tem-
perature. This mechanism is the origin of the increase of resistance at low tem-
peratures in the dilute magnetic alloys, and is called the Kondo effect. As the
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origins giving rise to the logarithmic term log(k7' /D), the following facts are
important:

(1) [S+, S—]# 0. That is, the quantum effect that S, and S_ do not commute each other.

(2) As seen from the important role of the Fermi distribution function in the intermediate
states, one of the origins is the many-body scattering among conduction electrons via
the localized spin.

(3) The sharp change of the Fermi distribution function f(g), namely, the existence of the
Fermi surface.

The combined result of the above three factors gives rise to the Kondo effect, namely
the logarithmic terms. The result of (4.42) diverges logarithmically as 7 — 0.
From a high temperature, when the temperature approaches the Kondo temperature
defined by

—N
KTy = Dexp (W) , 443)

the contribution from the second Born term becomes equal to the first Born
term. As a result, we need the higher order terms with respect to pJ/N at
low temperatures. Abrikosov [6] obtained the result including all the terms
given by [(pJ/N)log(kT/D)]" up to n — oo; the terms become 1 at T =
Tx. The term [(pJ/N)logkT/D]"* gives stronger divergence than the terms
(pJ/N)'[log(kT/D)]"™ (n > m) and is called the most divergent term. The result
for the T-matrix including all the most divergent terms is given by

ey~ 2 [1- 210 1] s (4.44)
g~——|1——log—| o-S .
2N N D]
Using this result, we obtain the resistivity in the most divergent approximation as
Jp kT 772
R=Rg|l——log—| . 4.45
B |: N 0g D ( )

This result also diverges at T = Tk. For J > 0, the resistance becomes small and
converges.

The magnetic susceptibility due to the magnetic impurity was calculated by
Yosida and Okiji. The result is

c Jp Jo . kT\
o = — 114+ 2 (1= 22 1og ~— , 4.46
Kimp T{ +N( NOgD> (4.46)

where the Curie constant C = (gug)>S(S + 1)/3. In (4.46), for J < 0, when the
temperature is decreased, the term (Jp/N)log(kT /D) increases from O to 1 and
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the denominator becomes small. As a result, i, becomes zero at an intermediate
temperature and becomes negative below that temperature. Including the factor in
the brackets of (4.46) in the Curie constant C, we can consider that the localized
spin S tends to zero with decreasing temperature.

4.4 Ground state of dilute magnetic alloy system

What is the meaning of the singularity seen in the temperature dependence of the
electrical resistivity and the magnetic susceptibility? What is the low temperature
limit? What kind of state is the ground state? From the above results, Yosida pre-
sented the following singlet ground state [7]. Writing the localized spin as yx, or xg,
and the states of conduction electrons corresponding to each state of the localized
spin as ¢, or ¢.#, we consider the following wave-function:

1
s = E((pca)(ot - (pcﬂXﬂ)- (4.47)

The wave-function yx, denotes the up-spin state, ¢.“ possesses down-spin, xg de-
notes the down-spin state and ¢.” possesses up-spin; in this case W in (4.47)
represents a singlet state. Starting with the singlet state composed of the localized
spin and a conduction electron, and including the infinite number of electron—hole
pair excitations connected to the initial state, Yosida adopted the following states
as ¢.% and ¢.P. For example, for the up-spin component of the localized spin ¢.*
is given by

P = { Z Ti%, "+ Z(Flz s%%er feayTesy + Tias®tery fearfesy)
123

+ Z (T123.45° Y ery 62¢TC%¢TC4¢65¢ + M2z as” TCIJCNTC}TTCMCS?
12345
+ Tiosa5%Mer) TeayTesy Teapesy) + - - }|0>, (4.48)

where 1, 2 and 3 mean K;, K, and k3 and I";* and T'15,3%}, etc. are the coefficients
to be determined and depend on k;.

Considering also for ¢.# a wave-function similar to (4.48) and inserting it into
(4.47), we obtain the Schrodinger equation for (4.11). Finally, the Schrodinger
equation can be reduced to the following integral equation for the lowest-order
amplitude I'(e;) = I'1*:

- 3] -
(e1 = EYN(en) + ; [(e) = ; K (g1, £2; E)T(g2), (4.49)
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where the integral kernel K (¢, &5; E) is given by the most divergent approxima-
tion as

. 3JJ —E J —E
K(51782;E)=—Rﬁﬁplog[%}/(l_ﬁpl g%)
(4.50)

Within the most divergent approximation, (4.49) is solved to give the eigen-
energy of the ground state. The result is given by

E = AE + E, (4.51)

where AE is the energy which can be expanded with respect to perturbation J,
starting from a doublet state composed of the Fermi sphere and a localized spin.
The term E is a binding energy arising only when we start from a singlet state
and cannot be expanded with respect to J. The energy E is related to the Kondo
temperature as

E = —kTx = —De N/IP/1, (4.52)

This relation and (4.51) mean that | £| is the binding energy of the singlet ground
state equal to the Kondo temperature. The susceptibility was obtained by H. Ishii
and is given at T = 0 as

1( )? 1( )?
S(em)®  S(gun

Ximp = KTk = (—E) . (453)

Now let us discuss the electronic state of the ground state on the basis of
Anderson’s orthogonality theorem discussed in Section 3.2. First of all it should be
noted that the orthogonality theorem also holds for the matrix element of the arbi-
trary operator O with respect to the ground state. For the matrix element (i|0| ),
since the wave-function Q| ) is a state, we can consider the overlap integral of this
state with |7). In the overlap integral, if the local electron numbers for the two states
are not equal to each other, the two wave-functions are orthogonal to each other
according to the orthogonality theorem. Here we extend the Hamiltonian (4.12) to
the case of the anisotropic s—d exchange interaction:

H= ZSkaa o+ Y ZNS (et ek — ey fery)
kK

+Z (S+ck¢ ek + S_cirfewy). (4.54)
kk’

The eigenstates of the first line of (4.54) without the transverse term J, are the two
components of (4.47) and degenerate to each other. By connecting the two states by



62 s—d Hamiltonian and Kondo effect

the transverse component J , a singlet state becomes the ground state. As a result,
the ground state of (4.54) should possess the finite expectation value of the third
term in (4.54). That is, W of (4.47) should satisfy

Ji .
(Wl Y T Srew T + S-cier eI W)

kk'
AN For 1P 8 Fo 10 @
= ﬁ 5 {((pc Xa|S+ck’¢ CkTI(pc Xﬂ) + (e X/3|S,Ck/¢ Ck¢|(pc Xot)}
kk’
Ji
= v 1101 2 afaaled) + 01 ) Jeeagle) 1 #£0. (455)

kk’ Kk’

It is noted here that ¢y, = chkgT /+/N and ¢, = D kCko/ VN are the operator
creating one electron at the origin and that annihilating one electron respectively.
We write the local electron number with o spin in the state ¢.* as n,“. As the
condition for the expectation value of (4.55) not to vanish, we obtain

n® =nyf -1, (4.56)
n*=nf+1. (4.57)

In addition to this, we can assume that the local electron charge due to the conduction
electrons does not change by the exchange interaction between spins, and obtain

> (" + %) =0. (4.58)
Since the system is symmetric with exchange of @ and B, as a result, the local
electron numbers are determined as

S (4.59)

' =ny

n*=nt = 5 (4.60)

We show them schematically in Fig. 4.6; ¢.* possesses a half electron with down-
spin and a half hole with up-spin. As a result, one down-spin exists locally in ¢.*.
In a similar way, ¢.? possesses one up-spin. Thus, it is confirmed that the state W,
(4.47) is a spin singlet state in which the localized spin and conduction electron
spins couple together.

According to the Friedel sum rule, the local electron number +1/2 corresponds
to the phase shift 7 /2. The resistivity due to the impurities, with the impurity
concentration n; and the phase shift of the /-wave at the Fermi surface §;, can be
written as

4 hni

R = 21 + 1)sin’ §;, 4.61
Neesz( + 1)sin” §; (4.61)
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i T
~——_ ~—

1 '

Fig. 4.6 Local electron distribution for each component of a localized spin. For
localized up-spin, a half electron with down-spin and a half hole with up-spin are
accompanied. For localized down-spin, a half up-spin electron and a half down-
spin hole are accompanied.

where N, is the electron density. The phase shift /2 corresponds to the infinite
scattering potential and gives the resistance in the unitary limit. As shown by the
above discussion, the increase in resistance at low temperatures, shown by the
Kondo effect, originates from the transformation to the singlet state composed of
the localized spin and the conduction electron spin with decreasing temperature,
from the doublet state of an existing localized spin at high temperatures. When
the singlet ground state is realized at sufficiently low temperatures, the resistivity
takes a universal value corresponding to the unitary limit and does not diverge, in
contrast to the divergence obtained by the perturbation calculation starting from a
doublet state.

4.5 Scaling law of the s-d system

When V is an operator of a general perturbation, the T-matrix 7' () is defined as

Tw)=V+V

T (). (4.62)

w — /o

Here Hj is an unperturbed Hamiltonian. As shown in Fig. 4.7, we reduce the
bandwidth of the conduction electrons by taking out the states within a width AD
from the top and bottom of the band. If we define P, p as the probability with which
excitations by V exist within the width A D in the intermediate states, for Pxp < 1
we can rewrite T (w) as

P ~(1—P,
AD T+V( AD)T

Twy=V+V
(@) w — Hp w — Hy

A e VY (4.63)
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p 224N D

=

"Dmm

Fig. 4.7 The band is reduced by AD from the top and bottom of the conduction
band.

Pap

V=V+AV. (4.64)
a)—Ho

V=V+V

In the above derivation, we have ignored the second-order term in P p,

~ P ~ P
p_tap AD

T.
a)—'Ho a)—Ho

With use of V'’ in place of V for the reduced conduction band, 7 () is invariant [8].

Here, we assume the density of states p is constant for simplicity and put Prp =
pAD. We apply this scaling law to (4.54) and calculate the terms shown in Figs. 4.8
and 4.9. The change of perturbation AV can be obtained as

lek |<D=AD ek, |<D=AD  D>|ey|>D—AD 1

N5 D DD SR S

k]l){l k2a2 ko

X1 Chyy | f J.S-0me 4 (S 0w + SO
koay CkaCka Ckjay 72970« + 2( - Oy + +0uwya )

i J
X | J.S.0ua," + f(s_owﬁ + 84000, ")

Ji _
+CkaTCk1alck2a2TCka [stzaaalz + T(S—O_aal-‘r + S+Gaa1 )]

] ; ]
X | J.8.000" + %(S_%f + S 0aa) } (4.65)

Here, we put |ex| >~ D and ignore the difference between w and |ey,| or |ey,].
Further, we put CkaCke| = 1 in the first process of (4.65) and CkaCko = 1 in the
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kzaz

klal

ka

Fig. 4.8 One of two diagrams in the second-order process with respect to the s—d
exchange interaction.

kia, ka2

ka

Fig. 4.9 The second of two diagrams in the second-order process with respect to
the s—d exchange interaction.

second process; AV becomes

. 1)* pAD J2 U2
AV = — e ke ek | Baan | == + —=—
(2N) zzw_,){[ 12(4 " 2)

J J _
- JLZSzGazalz - TZ(S+Ua2a1 + S—Ua2a1+):|

J2 I

+Ck1a1Ck2a2T|:8a|a2 (T 7) + JJ_ZSzUazalz

LI

(840w~ + S_oa2a1+)i| } (4.66)

Writing the term possessing the factor dy,4, as AVp, we obtain

ADpD 1
AVy = P22
8N N w-—

D(Jz2 +2J.9).

This term gives the energy shift AE(D) brought about by the reduction of the
conduction bandwidth from Dy to D:

D 2 2
AE(D) = %f dD{(J;V'O) +2(%> ] (4.67)
Dy

This shift can be treated by replacing @ with @ — AE(D).
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The spin parts are put together as

AV o/N 1 ;
AD w—D—AE2N D Cicas! i

JiJ
X [ — leSzaaza]Z — #(&raaza,_ + S6a2a1+)]- (4.68)

The relation (4.68) can be rewritten as the relations between s—d exchange coupling
parameters,
dJ; p/N 2
A — 4.69
dD~ w—-D-AE" (465
dJy p/N

- _ Ji . 470
dD w—D—AE T (4.70)

From (4.69) and (4.70), we obtain

dJ. J
z _ 7L (4.71)
dl, U,
By integrating this equation, we obtain the scaling law [9],
J.2 — J.% = const. 4.72)

This scaling law represents the hyperbolas as shown in Fig. 4.10. In the isotropic
case with J, = J,, the scaling equation becomes
dJ J?
G S— (4.73)
dD Nw—-D—-AE

Neglecting the D-dependence of AE(D) and using J = Jy at D = Dy as an initial

Ji
4

N~ |

0 >Ja
Fig.4.10 Scaling diagram. With decreasing bandwidth of the conduction band, the
coupling constants are scaled along the arrows. Except for the region with J, > 0
and |J .| < |J;|, the system is scaled towards J — —oo0.
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condition, we obtain

N N D
b —log| — . 4.74)
pJo  pJ D —w+ AE
In this equation, when D — w + AE = —E = kIx, |Jo/N| — oo. That is,
Jp U J D B/ J D
JP _ Jop 1+Q10g—0 = 200 1+Lplog—0 )
N N N D —w+ AE N N D

4.75)

Here we have ignored w — A E. This equation corresponds to the 7 -matrix (4.44)
obtained by Anderson et al. [9] by replacing D with ¢; the coupling constant Jp /N
tends to —oo at D ~ kT corresponding to 7'(¢). This scaling nature means that
even if we start from a small coupling constant Jypo/N, we always arrive at a
strongly coupled singlet state as far as low energy excitations are concerned.

4.6 Wilson’s theory

By the argument given in the preceding sections, it has been made clear that the
ground state of the s—d Hamiltonian is the singlet state in which the localized spin
of a magnetic atom couples with the spin of conduction electrons. However, it was
still difficult to calculate the physical quantities such as the specific heat and the
electrical resistivity at low temperatures in a dilute magnetic alloy system. Although
the wave-function of the ground state was obtained by Yosida’s theory, in order to
extend it to a finite temperature, the wave-functions of excited states have to be
obtained. Against this difficulty, Wilson [10] transformed the conduction electron
system skilfully into the form appropriate to numerical calculation and obtained
numerically the coefficient of the specific heat and the magnetic susceptibility.
According to his result, the ratio of the two quantities is given by

T Ximp _ g2”320.1521 _ e’ 3

Cimp  kg? kg2 272

(4.76)

The ratio (4.76), which was obtained by replacing the numerical value, 0.1521,
with the guessed value, 3/272, is twice the value in a non-interacting conduction
electron system. This fact can be seen by comparing the ratio of (1.35) to (1.34)
with (4.76), by putting g = 2. Today, this ratio T x /C is called the Wilson ratio.
We have no space to describe in detail the transformation of the s—d Hamiltonian
(4.11) done by Wilson, but we will explain it briefly. Expanding the conduction
electron states by spherical waves and assuming 6(r — R) for the space dependence
of the s—d exchange interaction, we can treat the conduction electron as a one-
dimensional system composed of only the s-wave, since the §-function acts only
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on the s-wave. Here, we assume the linear dispersion, &; = k, and that electrons
distribute uniformly within the energy width, from —1 to 1. At the next stage,
we replace this spectrum by the discrete levels ¢, = A™" (A > 1), which distribute
uniformly in the logarithmic scale. By this procedure, we can expand the low energy
levels near the Fermi energy which play an important role in the Kondo effect. Using
this transformation, we can make an efficient calculation which is precise for low
energy states while it is rough for high energy states. Further, we transform this
discrete level system into the tight-binding type of Hamiltonian, where conduction
electrons transfer from the origin placed on the localized spin site to neighbouring
sites:

N—-1
Hy = AN DRIN AL o+ fund' f) = T folo oS} @77)
n=0

In this Hamiltonian the transfer integral for f, becomes small as A ~"/? for large n,
as the site departs far from the origin. In front of this Hamiltonian the factor AV =1/2
is multiplied to keep a scale of low energy excitations constant and expand high
energy parts. With increasing N, the s—d exchange interaction J multiplied by
AWN=D/2 becomes large and the low energy states approach a spin singlet state. The
original Hamiltonian is obtained by the following procedure:

H= lim A~V"DPH,. (4.78)

N—oo

Wilson showed clearly by numerical calculation that the ground state is a spin
singlet state.

4.7 Fermi liquid theory by Nozieres

In the ground state of the s—d Hamiltonian, when both conduction electrons and
the localized spin are included, there exist locally a half electron with up-spin
and a half electron with down-spin. As a result, the phase shifts for this ground
state, 6(er) = m /2. Nozieres [11] represents the excitations from the ground state
as functions of quasi-particle energy ¢, and density n,- with use of the phase shifts
3(eg, ng),

80 = 80(807 na’)~ (479)

Here, expanding §, with respect to the deviation of density n, from that of the
ground state, §n, = n, — ny1, and taking up to the linear term, we obtain

8o (8) = 8o(&) + Y _ buor(e. €801 (&). (4.80)

g'a’
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Further, we expand &y(¢e) and the coefficient ¢, with respect to & measured from
the Fermi energy u = 0,

So(e) = 80 + e + B> + -, (4.81)
¢U(T’(87 5/) = ¢<TJ’ + (paa’(s + 5/) + - (482)

Assuming low temperature and low magnetic field, we discuss physical quantities
up to the first-order term in 7 and H. In this case our system can be described
by four parameters 8y, ¢ and ¢+, = ¢° £ ¢*. When we assume the total num-
ber of electrons is constant, the parameter ¢° = (¢, + ¢5—o)/2 does not appear
explicitly.

Writing the electron number with up- (down-) spin as n4 (n,), we put

ny —n, =m. (4.83)
With use of m, 8, can be written as
8s =8y +ae+o¢'m. (4.84)

Here o takes the value 1 for up-spin and —1 for down-spin and 69 = 7 /2. If the
repulsive force acts among only the electrons with antiparallel spins, we obtain

boe = ¢* +¢“ =0. (4.85)

Since the electron energy ¢ shifts by the value of §,(¢)/m divided by p, the shifted
energy & becomes

E=¢—6,(8)/mp. (4.86)

The change in density of states, since «/mp is of order 1/N, becomes

de o
sop=p|l——-1=—. (4.87)
dé T
The change in the specific heat becomes
8Cy/Cy =a/mp. (4.88)

If H # 0and T = 0, the new energy &, is given by

1
&y =&y — —gupH — 5(80 + aeq + ¢m), (4.89)

1
2
1

1
g, :8¢+§guBH—%(80+a8¢+¢“m). (4.90)



70 s—d Hamiltonian and Kondo effect

In the thermal equilibrium, &, = &, = u = 0 and the susceptibility x is given by

1 1 5 o 2¢°
X =zgusm/H = -p(gup)” |1+ —+ : (4.91)
2 2 T b4
As aresult, the Wilson ratio is given by
8 8C 2p¢p?
o0x [oCv _ 209" 4.92)
X Cy o

This value should be 2 in the limit pJ/N — 0, as shown by Wilson. Nozieres
explains this result as follows. When J/N is small compared with the conduction
bandwidth D, the spin singlet state is constructed by conduction electrons in the
narrow region near the Fermi surface. As a result, by shifting simultaneously ¢ and
u by the same value in §, (¢), given by (4.80), §, (¢) should be invariant, that is

a+2p¢° =0 (4.93)
should hold. By this result and (4.85), we obtain
200 Ja = 1. (4.94)

Thus, the Wilson ratio (4.92) becomes 2. As shown above, the excitations of the s—d
Hamiltonian at low temperatures can be understood on the basis of the Fermi liquid
theory. In contrast to the one-body problem, the Wilson ratio becomes 2 owing
to the interaction between electrons with antiparallel spins, ¢“. In the Anderson
Hamiltonian described in the next chapter, the Wilson ratio increases continuously
from 1 to 2 with increasing electron interaction between antiparallel spins, U.
The Kondo effect described in this chapter can be concluded as follows [12].
The localized spin that gives rise to the Curie law at high temperatures couples
with the conduction electron spins to make a singlet state (S = 0) and vanishes.
By combining into a spin singlet state the system lowers its energy more than the
doublet state possessing an alive spin. This is because the transverse component
of the s—d interaction works between the degenerate states with respect to the di-
rection of the localized spin and resolves the degeneracy to form the ground state
possessing lower energy. This binding energy corresponds to the Kondo temper-
ature. As a result, around the Kondo temperature with decreasing temperature,
the transition from the doublet state to the singlet state occurs. In this transition,
because the s—d interaction conserves the total spin, it is difficult to lead to the
singlet state starting with a doublet state using the s—d exchange interaction as
a perturbation. Since Yosida’s theory, Wilson and Nozi¢res have overcome this
difficulty by clever ideas to arrive at the ground state. Thus, the Kondo effect
can be understood as a general phenomenon in which the ground state is realized
by resolving the spin degeneracy. As studied in detail by H. Shiba [13], in the
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general anisotropic s—d exchange interaction with different values of J, J, and
J, the singlet ground state is always realized. The degeneracy remains in excep-
tional cases, such as where two of J,, J, and J; are equal. Since the anisotropy
in general tends to resolve the degeneracy, the result obtained above is naturally
understood.

The s—d exchange interaction has been derived on the basis of the existence of
localized spin. However, it has been made clear that in the ground state the localized
spin vanishes. As a result, it is necessary to investigate further our starting point,
namely the localized spin itself. We consider in the next chapter what the magnetic
moment is in metals.
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Anderson Hamiltonian

When magnetic impurities such as Mn, Fe and Co are dilutely inserted into non-
magnetic metals such as Cu, Ag and Au, susceptibility obeying the Curie—Weiss
law is observed. In this case impurity atoms are considered to possess magnetic
moments. On the other hand, Mn in Al does not show the Curie—Weiss law and seems
not to possess any magnetic moment. In order to describe the magnetic impurities
in metals, in 1961 P. W. Anderson presented the following Hamiltonian [1]:

H= Z EkCko | Cko + Z(deckaTda + Vid*dy T cko)
ko ko

+) eqd,'dy + Udy'drd,Nd,, (5.1)

where the first term represents the energy of conduction electrons with wave-vector
k, spin o and energy k. The third term represents the energy &, of the localized
d-orbital. Here we have neglected the degeneracy of the d-orbital. When two elec-
trons occupy the d-orbital, the coulomb repulsion U works between them. The
second term represents the mixing between the localized d-electron and conduc-
tion electrons, with mixing integral Vj,. The essential character of the Anderson
Hamiltonian is a many-body problem owing to the last electron correlation term.
At present, this many-body problem has been solved completely and is instructive
as an ideal Fermi liquid system.

5.1 Hartree-Fock approximation

Firstletus put U = 0. In this case the d-level with energy ¢, hybridizes with conduc-
tion electrons possessing a continuous energy spectrum and becomes a resonance

72
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Fig. 5.1 Density of states for a nonmagnetic state is shown schematically. The
d-orbital ¢, hybridizes with conduction electrons and is written as a Lorentzian
type density of states with width A. The quadratic curve shows the density of states
for conduction electrons.

level with width 2A:

28 =27 ) [Vial*8(ea — &) = 21|V / depe()d(eq — &) = 21|V pe(ea).
k

(5.2)
where we have assumed Vi, is independent of K and p.(¢) is the density of states per
spin for conduction electrons. Equation (5.2) means that the d-electron has lifetime
T =h/2A. As aresult, the density of states p,(¢) for a d-electron is given by the
Lorentzian type distribution function with width A, as shown in Fig. 5.1;

A/m

&)= —— . 53
pile) = (5.3)
Given the Fermi energy ., we can obtain the number of d-electrons as
" 1 1 —¢
Ny = f depy(e) = = + — tan~! <u) . 5.4)
—o 2 7w A

When the d-level g, is situated at u, ng, = 1/2.

Now, let us assume U # 0 and consider the case in which the electron inter-
action exists between d-electrons. Since two electrons staying simultaneously at
the same d-orbital possess higher energy by U, the d-electrons tend to avoid each
other. First, following Anderson we consider the result given by the Hartree—Fock
approximation. In this approximation we decouple the two-body interaction into
the following form and neglect the second-order terms of the number fluctuation
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around their averaged values. Writing ng, = d,'d,, we obtain

Ungyngy, = Unay — nap)(ngy — igy) + URgynay + naynagy)
— Ufigyiay .- (5.5

Here, 71,4, is the averaged value of n;, which is determined self-consistently by the
Hartree—Fock approximation. If we neglect the second-order term in the number
fluctuation, which is the first term of (5.5), (5.1) reduces to the following one-body
Hamiltonian:

HHF = ZEKCKUTCKU + Z(deckona + de*dojcko) + Z Edodojda, (56)
ko ko o

Eio =4+ Unyg_s. (5.7)

Now let us study the transition from a nonmagnetic solution with 71y, = 1iy_s =
to a magnetic solution with 714, # 7iy_,. Assuming a small deviation of electron
number dn, we put

Nge =0+ odn, (5.8)

where 0 = +1. Owing to the deviation én, the magnetic moment m = gugdn
arises. Here, g = 2. Let us calculate the energy change of the system due to the
electron number deviation §n. The change in correlation energy & Ec is given by

SEc = U(ii + 8n)(ii — dn) — Ui
= —Usn®. (5.9)

The deviation én lowers the correlation energy of the system. On the other hand,
assuming that the shifts AE of d-levels for up- and down-spins are small and
using én = py;(W)AE, we obtain the change in kinetic energy 6 Ex shown in
Fig. 5.2 as

8Ex = AEén = sn?. (5.10)
Pa(1k)
The change in total energy S E is given by
8E = 8Ec + 8Ex = [1 — pa()U18n*/ pa(ia). (5.11)

When the coefficient of n? is negative, the energy of the magnetic state is lower
than that of the nonmagnetic state. When

pa()U > 1, (5.12)
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Fig.5.2 The up-spin electron increases by 6n = p; A E and the down-spin electron
decreases by dn.

the localized magnetic moment of the d-electron appears. From (5.3) ps(w) is
given by

(W= — 2" 5.13)
P = Ea + A7 |
Egy = 64+ UL, (5.14)

Here if wesetn = 1/2 and ¢4 — u = —U /2, we obtain E;, = u. By substituting
E;; = in place of ¢4 in (5.4), n = 1/2. As a result, we can see 1 = 1/2 is
a nonmagnetic self-consistent solution. When the relation 2¢; + U = 2u holds,
the d-orbital possesses electron—hole symmetry and the Hamiltonian is called the
symmetric Anderson Hamiltonian. In this case, p;(1t) in (5.13) becomes

1

pa(u) = —. (.15)

By (5.12), when U/ A > 1, the nonmagnetic solution with 71g4 =gy = 1/2 is
unstable and the magnetic moment appears.

On the basis of the Hartree—Fock approximation discussed above, the following
result is obtained. When U is larger than the width A of the d-orbital, a localized
magnetic moment arises so as to lower the electron correlation energy. However,
when we accept this conclusion, we should be careful of the following point. The
states possessing the localized moment are degenerate with respect to the direction
of the moment, corresponding to the two solutions given by 71g4 — iigy = £26n.
Moreover, this symmetry-broken state arises in a d-orbital, in which an interaction
exists among only a few degrees of freedom and large fluctuations spoil the re-
liability of the mean field approximation. From this point of view, the Anderson
Hamiltonian is an important model in the field of the many-body problem, in contrast
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to the mean field treatment adopted by Anderson. Since the Anderson Hamiltonian
is a typical model to discuss the effect of electron correlation U, below we study
the model in detail from various points of view.

5.2 Perturbation expansion with respect to Viq

Without a mixing term, the d-orbital is isolated and the energy of the system is
determined only by the number of occupied d-electrons. We write the energy of
the isolated d-level system possessing ny electrons as E%(n4) and obtain

E‘() =¢4 — 1, (5.16)

EYQ2)=2(eq — n)+ U, (5.17)

where u is the chemical potential. Now we consider the case where the state pos-
sessing one electron in the isolated d-orbital is the ground state, i.e., &5 + U/2 >
u > e4. We assume that the d-electron has up-spin. Because Vi, = 0, the conduc-
tion electrons make up the Fermi sphere, which we write as ¢,. The ground state
for Vkg = 0, ¢4 is given by

o = dy ¢y (5.18)

This state is degenerate with ¢, possessing a d-electron with down-spin. In the
following, we consider the second-order perturbation process of the s—d mixing
term by which the state returns to a final state possessing one d-electron:

(i) k{ enters d| and d goes out to k',

Vica Vax
ki—dl— K|l —F—cp,'dd,!
V= dl—= K| o — 5, — U A
(ii) k| enters d| and d1 goes out to k't
ki— d|
VwaV.
dr— K'1: kdidkck/ﬂdeﬁcki
Ek — &g —
(iii) d1 goes out to k'4 and k1 enters d4
dt— k't
Vak Ve .
kt—dt: LK oo tdy
Eq — &K
(iv) d* goes out to k't and k|, enters d |
dt— k't
Vak Vi
ki—>dl: 2K 0 olds
Ed — €k

(5.19)
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Fig. 5.3 Energy levels of d-electron. The level of the second d-electron becomes
gqa+U.

Adding to the above process the second-order process of Vi, starting with ¢ =
d, ¢y, we obtain the effective Hamiltonian within the second-order term with re-
spect to the mixing term, in the space of ngy +nqgy =ng =1,

H == Hpot + ch, (5.20)
1 1 1 1
ViegV. =
Hpor = %; Kd dk|: U —e, 2nd{8k—8d—U+8d—8k’}]
x(ciyeky + ey fewy), (5.21)

1 1
Hew = = VicaVax ( " > (et e — ey Tew))S:

ek—¢eq—U &4 — ¢y

kk’
+ oyt So + oy tea Sy, (5.22)
where
Lot .
= 5(d;'d; —d,d)), (5.23)
S, =dy'd,, (5.24)
S_=d,'d;. (5.25)

Here, we have used ny = 1. The s—d exchange interaction term (5.22) can be
rewritten as

J
Hex = - ﬁ Z Ck’a’To-aa’cka -S

KK
= Z{(Ck’ ckr — iy Tek))Sz + ey Teny S— + ciey Teip S
kK
(5.26)
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Approximating Viey Vik by |Vieal® = | V|2, the value at |K| = |K'| = kg, we obtain
J/2N as

U .
N ke ek—eq—U &5 —ep

V|2 V|2 )
- - — =—|V]
U+es el

1
+—, 5.27
U+eq |8d|> 627

where we have neglected ¢y and ¢y, since they are near the Fermi energy u = 0.
The exchange constant J given by (5.27) is always negative. For the symmetric
Anderson Hamiltonian with ¢, = —U/2,

J 8|V |?
—=- Y . (5.28)
N U
The term H,o given by (5.21) is rewritten with n; = 1 as
1
Tho = 5 ka;l [sk—sd—U_ed—ek/]
1
Z v ( oo ) . (5.29)
K €4 + &d
Hpor vanishes for the symmetric Anderson Hamiltonian with ¢, = —U/2.

The above result can also be derived by a canonical transformation called the
Schrieffer—Wolff transformation [2]. By the canonical transformation, H given by
(5.1) is assumed to be transformed into

H = eSHe S, (5.30)

We divide the Hamiltonian into 7, and the mixing term ;. In the 7{ given by
(5.30), we determine operator S so as to eliminate the first-order term in Vyy, that
is

[Ho, S1="H,i. (5.31)

The obtained form for § is given by

Vka Vka
S = —— Ny Utdo 1 —ny4_s gd — H.C.
%:{w—w—Und Ck + o d( Nd—g)Ck }
(5.32)

Here, H.C. means the Hermite conjugate term. By substituting S given by (5.32)
into (5.30), we obtain the Hamiltonian up to the order of |V|? as

1
Hy = E[Sv Hil = Hex + Hpot + HO/ + Hen. (5.33)
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The new H,' represents the shift of d-level due to the mixing and Hy, is the term
changing the d-electron number by 2 and has no effect on the state with n; = 1.
As shown above, the effective Hamiltonian obtained up to the order of |V|? is the
s—d Hamiltonian given by (5.26). As a result, when the mixing term V is small
and the impurity d-orbital is occupied by one electron, the Anderson Hamiltonian
is reduced to the s—d Hamiltonian. Thus, in this limit the Anderson Hamiltonian
gives rise to the Kondo effect and arrives at the singlet ground state.

On the other hand, as another standpoint, we first take the mixing term into
account and then the electron correlation U by the perturbation expansion. As
preparation for this procedure, Green’s function is explained below.

5.3 Green’s function

The Fermi liquid theory is developed with the help of the correspondence of the
quasi-particles near the Fermi surface to the free electron system. Although it is
difficult to describe the quasi-particles in terms of the wave-functions in a many-
body system, in many cases it is simple to describe the quasi-particles in terms of
Green’s functions. In developing the Fermi liquid theory on the basis of microscopic
grounds, the theory of Green’s function is a mathematical instrument of the Fermi
liquid theory. Here, Green’s function will be explained briefly [3, 4].

Let us consider the creation and annihilation operators of an electron situated at
position I and time ¢ in the Heisenberg representation, ¢, f(r, t)and ¢, (r, t). In this
case, the one-particle Green’s function G(r¢, r't’) at T = 0 is defined by taking the
average over the ground state |®g) of an N-electron system as

Goo(r,1't") = —i(®o|Tigo (1, o (', 1)} Po). (5.34)

Here, T is the time ordering operator that orders the operators from right to left in
the order of time. That is,

(7 (L2 N ()
—@o (1, ot 1) (1) >1).

In the lower part of (5.35), a negative sign is added owing to the exchange between
creation and annihilation operators for electrons. In the case of Bose particles, the
sign is positive. Except for the factor —i, Green’s function possesses the following
meaning.

When ¢ > ¢/, it means the overlap integral between the two states possessing
N + 1 electrons, ¢/ (r', )| ®o) and ¢, (r, t)|®o). Green’s function in this case
describes the propagation of one electron. On the other hand, when ¢ < ¢/, Green’s
function is the overlap integral between ¢, (r, t)| Do) and ¢, (r’, )| D) possessing
N — 1 electrons and describes the propagation of one hole.

T{o(r, o 1(r', 1)} = { (5.35)
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For simplicity, we put (r’, ¢) = (0, 0) and write Green’s function as
G(rt,00) = G(r, 1). (5.36)

Green’s function has a discontinuity depending on whether ¢ tends to 0 from the
positive or negative side:

G(r, +0) — G(r, —0) = —i(P|[¢s (1), @5 (0)]1| Do)
= —i8(r). (5.37)

Now we carry out the Fourier transformation from r into k:

1 i 4 !
G(re,r't) = — Z G(kt, K't)e! &=k (5.38)
2 kk’
i 1 / 10N —i(ker =K'r’)
G(kt,kt)=§ ardr'G(re,r't)e
= —i (®o| T{ax(Nai ' (t')}| o), (5.39)

where ay and ay! are the Fourier transforms of ¢(r) and ¢f(r"), respectively,

ag(t) = % / dro(r)e ", (5.40)
Te) — 1 + iK'
ac’ () = Tﬁ/dr¢ (r)e'sr. (5.41)

Since, for the uniform system in space, G(kt, k't") takes a nonvanishing value
only for k' = k, Green’s function is simplified in the uniform system as

Gk, 1) = G(kt, k0) = —i {®o|T{ax(t)ax' (0)}|P), (5.42)
Gk, 1) = / drG(r, e T, (5.43)

1 iker
Gr.n =5 Xk:e TG (K, 1). (5.44)

Gk, 1) is discontinuous as well as G(r, t) given by (5.37). Here, we define ny as
the occupation number of electron K in the ground state:

nic = (Polai'ay| o). (5.45)
When ¢ tends to zero from a positive value,

Gk, +0) = —i(1 — ny). (5.46)
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When ¢ approaches zero from a negative value,

Gk, —0) = ink. (5.47)

From (5.46) and (5.47), the discontinuity of Green’s function at = 0 is given by

Gk, +0) — G(k, —0) = —i. (5.48)

In general, since |®y) is the ground state of the many-body system, states ax|Pg)
and ay'|®¢) are not eigenstates of the system. Since

a(t) = e age™ ", (5.49)
G(k, t) is given by
—i(Dole ™ axe™ M ay | Do) (r>0)
k,1) = : . .
Gl.1) { i (Bolag e Mage M dg) (1 < 0). (5-50)
Further, we introduce the Fourier transform of (5.39) with respect to ¢:
1 : /o
Glko, Ko = — / / drdt' G(kt, K't')e' @ =1, (5.51)
b4
1 H Y
G(ke, k't = = / f dodw' G(kw, Ko )e @=1), (5.52)
b4
If the system is uniform in space and time, Green’s function is written as
Gko, Ko = GK, 0)sud(w — o). (5.53)
In this case Green’s function is simplified as
1 .
Gk, t)=— / doGK, w)e ", (5.54)
27
Gk, ») = / dtG(K, t)e'". (5.55)
As an example, we consider a free electron system
H=> &a’c tk- (5.56)
ko
From (5.49),
a(t) = e K gy, (5.57)
al(t) = " (5.58)

where & = 12k?/2m. Depending on k compared with the Fermi wave-number kg,
Green’s function is written as:
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For |K| > kg
_ie st (1 <0)
Go(k, 1) = {o > 0). (5.59)
For |K| < kg
)0 (t<0
Gok, 1) = { p— > 0). (5.60)
The Fourier transform of (5.59) and (5.60) is written simply as
1
Gok, w) = (5.61)

w—g&l+in’
where 7 is an infinitesimal number and its sign depends on the sign of (k| — kg):

_ {+o (Kl > ke)

0 (Kl < kp). (562)

Equation (5.61) can easily be confirmed by the inverse transformation.

Now let us consider the physical meaning of Green’s function in the interacting
system. We define |®,) as an eigenstate for energy E,(N + 1) in the (N + 1)-
particle system; |®,,) is defined as an eigenstate for E,,(N — 1) in the (N — 1)-
particle system. |®) is the ground state with energy Eo(N ) in the N -particle system.
We put

wno = Ey(N + 1) — Eo(N), (5.63)

wmo = En(N — 1) — Eo(N), (5.64)
and Green’s function can be written as

—i ) [ Pulaf | Do) Pei et (1 > 0)

Gk, 1) = & .
(0 lZI(d)mlakld)o)Ize’w’”c” (t <0).

(5.65)

We represent the energy of the ground state possessing N electrons as Eg(N) and
define the chemical potential u for N — o0 as

Eo(N+1)— Ey(N)=Eo(N)— Eo(N — 1) = p. (5.66)

Putting w,0 = 1 + &,0 and w,,,0 = —p + &0, we define the spectral functions A
and A_ as the distribution functions of excitation energy for electron and hole,
respectively:

Ap(k @) =Y [(Dylax! o) *8(w — £n), (5.67)
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Fig.5.4 Integral path C.For¢ = —0, to eliminate the contribution of the half-circle
with radius R — oo we take the upper half-plane.

Ak, @) = Y [(®ular| Do) *8(w — Eno). (5.68)
With the help of these spectral functions, Green’s function is written as

—i / Ak, @)e Ny (1> 0)
0
Gk, t) =
i / A_(K, @)e~ =gy (+ < 0)
0

G(k,w):f da/{ A+(k"”). L Aka) . } (5.69)
0 w—w —pu+in w+o —pu—in

where 7 is an infinitesimal positive number.
The occupation number of a bare electron with wave-vector K is given by

nk = —i[GK, 1)];=—o = % f doGK, w). (5.70)
c

Here the integral path C is taken as that shown in Fig. 5.4 so as to eliminate the
contribution from the upper semicircle for ¢ < 0. The total number of particles is
given by

—i
N = Xk:nk = Xk:/deG(k, w). (5.71)

The state ax'|®y), in which one particle with wave-vector K is added to the ground
state, is not an eigenstate but a linear combination of many eigenstates. Now let us
consider the propagation of ay'|®g) for ¢ > 0:

(Dolax(Dax!|Po) = iG(K, 1) = e M / ALK, w)e " dw. (5.72)
0
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Fig. 5.5 The integral path along the real axis is changed into the path shown by
arrows. The value of « is chosen to be large enough to eliminate e ™.

Fig. 5.6 Spectral weight of quasi-particle A (K, w).

For this expression, we change the integral path into that shown in Fig. 5.5. Here
parameter « should be taken so that e’ is sufficiently small. We obtain

iG(K, 1)e'" = / dwA (K, w)e '
0

~ / Ak, )™ dw — 2mi Y 7,07, (5.73)
0 .
J

where the energy distribution of A is shown in Fig. 5.6, and &; and z; are the
pole of A, (K, ) and its residue, respectively. The pole near the real axis is written
as w = & — i['k. Depending on the time ¢ that has passed since the excitation of
electron K, the system shows characteristic behaviour in the following three cases:

(a) t is small. In this case we have to take large o so that oz >> 1 and the first term of (5.73)
becomes dominant. The time ¢ is too short for quasi-particles to be constructed. That
is, A, (K, w) in the whole region of w contributes to the integration in (5.73).

(b) t > I'y~!. The integral path does not enclose the pole because « is too small. As a
result, only the first term in (5.73) contributes. At this time ¢, quasi-particles have been
damped. That is, A (K, w) within the small @ region contributes dominantly.
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Fig. 5.7 The pole is given by the crossing point between two lines, X (K, w) and
w — h’k%/2m.

(c) Tk is sufficiently small. In this case we can choose an intermediate time ¢ between (a)
and (b). The time ¢ is large enough for « to be small, but smaller than I'y~'. Thus, the
main contribution is given by that from the pole since « is small and the integral path
encloses the pole:

iG(K, 1) >~ 2mizgexpl(—ik — ipn — Tt (5.74)

In this case the physical quantities in the system can be described in terms of quasi-
particles near the Fermi surface. The damping rate [k is small enough to satisfy the
condition (c). This is the essential nature of the Fermi liquid. In general, ax | o)
can be divided into the following two parts:

(1) The coherent part with its norm zi. This part is the contribution due to the quasi-particles
near the Fermi surface.
(2) The incoherent part with norm 1 — ny — zk. This part is the incoherent background.

To make clear the above argument we assume that an electron interaction is
introduced into the free electron system and the self-energy of an electron, X (K, w),
is given. In this case the one-electron Green’s function is given by

h2K?
|:a) — — —3(k, a))i| Gk, w) = 1. (5.75)
2m

The pole of G(K, w) is determined as the crossing point between X (K, w) and
w — h?k?/2m, as shown in Fig. 5.7. In general X (K, w) is a complex number. The
residue zx of G(K, w) at the pole w = E\* is given by

-1
K = [1 _zk o } . (5.76)
w=Ek*

ow
Further, taking account of the imaginary part, we put

Tk(@) = —ImE (K, w), (5.77)
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Fig. 5.8 The excitation spectrum that corresponds to the excitation of electrons
k > kr and that of holes k < kg, respectively. The shaded peak is the coherent part
and the other parts shown by a full curve are incoherent parts.

and write the pole as w = Ex* — i['y*. From the following equation:

o e x X (K, w) .
(Ex*—ilyH11— — — ek — ReX(k,0) + il'k(Ex*) = 0,
0w | y—py-
(5.78)
we obtain
I (Ex™) = zDk(EKY), (5.79)
E = zk(ek + ReX(k, 0)). (5.80)

In this case, the excitation spectra of electrons A and of holes A_ are given by
Fig. 5.8. Green’s function G(K, w) is given by

<k

G k’ = Gil’] kv ) 581
(o= Gl Ot R r itk ke O
where Gj, is the incoherent part. From (5.81), A (K, ) is given by
F *
Ak )~ X k (5.82)

7 (@ — Ex*)? + T2

This is the spectrum of quasi-particles. Here Ex* and ['y* are the energy and the
damping rate of quasi-particles. The factor zi represents the weight of a bare electron
k included in the quasi-particle K. As a result, although the occupation of quasi-
particles jumps from 1 to O at the Fermi energy, that of bare particles jumps with
less discontinuity zk.

We have described above the basic relations among physical quantities related
to Green’s function, following Nozieres [3].
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Fig. 5.9 The distribution of bare particles. There is a jump z4. (< 1) at the Fermi
surface.

5.4 Perturbation expansion with respect to U

The ground state of the s—d Hamiltonian is the singlet state constructed by the
coupling between the localized spin and the conduction electron spin. On the other
hand, the state for / = 0 is a doublet state constructed by the localized spin and the
Fermi sphere. As a result, / = 0 is a singular point. For the same reason Vy; = 0
is a singular point, and the ground state cannot be expanded with respect to J or
Vka- On the other hand, the expansion with respect to U is an analytic continuation,
keeping the singlet state in the ground state. This is why the expansion with respect
to U is simple. The continuation of the ground state with respect to U shows that
the Anderson Hamiltonian is an ideal Fermi liquid [5-7].

(a) Electronic specific heat
To treat the correlation energy U between d-electrons as a perturbation, we divide
the Hamiltonian (5.1) into the following:

H="Ho+H, (5.83)

Hy = ZekckoTCko + Z(deckaTda + Viady ko)
ko ko
+ Y Eaoflas — Ullariay, (5.84)

H/ = U(ndT — ﬁdT)(”tN — ﬁdi)- (585)

Here 714, is the average value of the d-electron number over the ground state for
‘Hyp. Since Hy is a one-body Hamiltonian without any electron correlation terms,
flge = Ng—o. Ego 18 given by 7y, as

Eis =+ Uny_,. (5.86)
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Using
H(r) = e"H'e 0, (5.87)

we write the partition function Z of our system as (see Appendix C)

B
7 = e PP = 7P <Tr exp [—f H/(r)dr]>. (5.88)
0

Here 8 = 1/kgT and hereafter we set kg = 1. Free energies €2 and €2 are those
of the systems corresponding to H and H,, respectively. Operator T, orders the
imaginary times t; from right to left following their orders. The average (A) means
the thermal average in the unperturbed state of H):

(A) = Tr/[e P A/ Tre P00, (5.89)

We define the thermal Green’s function of a d-electron as (see Appendix C,
(C.21))

Gao(t1 — 1) = —((Tedy (11)d, (12)), (5.90)
where ((A)) is the thermal average for the total Hamiltonian H:

(AY) = Tr[e P" A]/Tr e ¥, (5.91)

A(t) = e Ae™ ™. (5.92)

Green’s function (5.90) can be rewritten in the interaction representation, from
(C.10) and (C.25), as

Gio(t1 — 1) =
B B
—<Ttd[,(r1)d(ﬁ(r2)exp [— / 'H/(‘E)dt]> / <T, exp [— / H’(r)dr]>.
0 0
(5.93)

In this expression, since we use the interaction representation, A(t) is given by
replacing ‘H with H in (5.92). Let us introduce the Fourier transform of the thermal
Green'’s function (5.90):

B
G (1) = — / dv((Tedy (2)d, e, (5.94)
0

Here [ is an integer and w; = (2] + 1) T. The d-electron Green’s function in the
unperturbed state without H’, G4, *(;), is given by

-1
. |Vil?
Gao(w) = iy + 1 — Egy — _—
do (@) |: P+ 1 do Ek F—

=liw; +p — Ego +iAsgnay]™!, (5.95)
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2
A =mp(IVil?),  sgno = w/|wl.

The last expression of (5.95) is the result obtained by assuming a wide bandwidth
and constant density of states p for conduction electrons; (| Vk|?) is the average over
the Fermi surface.

Introducing the self-energy X, (w;) for a d-electron due to H’', we write the
thermal Green’s function of a d-electron as

Gao(w)) = liwy + 4 — Eqgy — So(wy) +iA sgnay] ™. (5.96)

The self-energy means the ‘proper’ self-energy that cannot be separated by cutting
one electron line. Now let us introduce the nth-order ‘improper’ self-energy that
permits repetition of proper self-energy, and write it as X', (w;). The thermo-
dynamic potential €2 is given by (C.37) as

T /
Q- =23 > Gao (@)% o (). (5.97)
n wy

Here €2 is the thermodynamic potential of the unperturbed state. The factor 2 is due
to spin and 1/2n is multiplied to avoid over-counting, since 2n equivalent diagrams
appear corresponding to 2n Green’s functions, when  is separated into G,° and
¥’,. With the help of the method derived by Luttinger to obtain the lowest-order
correction of the free energy (see Appendix C), within accuracy up to the 72 term,
Q is given by

Q=2T) " log Gyo(e). (5.98)
wj
Now, using the expansion of a singular function at w = 0,

27T Z F(w) = /
1

272

" doF (@) — (” >8F’(O) T (5.99)

S§F'(0) = (0F/dw)yeo — (DF /0), , (5.100)

we obtain the electronic specific heat C from the T2 term of Q2 given by (5.98) as

C=-T(®*Q/dT?*) = yT. (5.101)
Here, by restoring the Boltzmann constant,
27‘[2]{32 -
v="3 pa(0)y, (5.102)
N 12(w)
p=1—— , (5.103)
diw

w=0

pa(0) = %Im G402) = %Im[u — E;—2(0)—iA]". (5.104)
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As seen above, the specific heat due to the d-electron is enhanced 7 times owing
to the electron correlation U'.

(b) Friedel sum rule in the interacting system
For generality, we apply a magnetic field to our system and represent the energy of
a d-electron, E 4, as

1
Eqo = E4 — EgMBUH =Eq—hg, (5.105)
where h, is the Zeeman term
o
he = EgMBH =ougH (g=2). (5.106)

Let us introduce the thermal Green’s function of conduction electrons Gk, (T)
defined as

Giko (1) = —(TrCko (T)ko ). (5.107)
The Fourier transform of Green’s function is given by
Giko (@) = G (@1) + Gitko(@1) Via Gt (01) Vak Gies (@) (5.108)

Here the thermal Green’s function of a d-electron, G4, (w;), is given by the original
form of (5.96) as

-1
i 2
Gaolwn) = | i+t = Eay = Zol@) = 3 — 20| (5.109)
 lwp + L — &k

Green’s function for a free electron, Gy, ’(«y;), is given by
Giko (@) = [ioy + p — &x]™" = G, (). (5.110)

The local change of total electron number An,, due to the impurity is obtained by
adding to (5.109) the second term of (5.108) arising from the change of conduction
electrons (§ = 04):

Ang, = —%Im/ dof(w)G4e(w +i8)
1 o0
- Z ;Im/ dof (0)Gro(@4) Vika Gao (04) VakGio (@)
k — 00
R 1 d
= / dof (w) (--) Im{— log |:Edrr + Zo(wy) —pn —wy
—o 4 dw

5
+>° |Vk|2Gkao(60+)i| + Gda(w+)£2(,(w+)}. (5.111)
k



Perturbation expansion with respect to U 91

Using the fact that the energy is conserved at 7 = 0 when electron interactions do
not depend on their spins, we can show (see Appendix C)

o 1 d
/ dof () (——) Im {Gd(,(a) +i8)—2s(w+ i(S)} =0. (5.112)
oo T ow
As a result, the change of local electron number is represented as
1 2, 0
Angs = ——Imlog| Eio + Zo(w:) =+ 3 iPGi"(@4) | . (5.113)
k =0
Here, using the approximation
D IVilPGiei8) = —imp(IVill’) = —i A, (5.114)
k
we obtain
1
Ange, = ——Imlog[E s + X5(6) — nw — i Al (5.115)
g
Defining the phase shift §, as
A Eir + 2,0) —
8y = tan~! - =z —tan~! =4 + 2.0 ,u,’ (5.116)
Eqo + 5s(i8) — 2 A

we can simply write Ang, as
Ange = 65 /m. (5.117)
This is the Friedel sum rule extended to the interacting system [6, 8].

(c) Magnetic susceptibility
By shifting the d-level E,, the d-electron number is changed. We consider the
charge susceptibility y.:

MNgo B
Xe = —XU: algd = 20:/0 dt{(nas (t) — 1)(n40(0) — 71))). (5.118)

Using (5.115), we obtain

1 5 Al + 3%, (0)/dE,)

Xe = L (- Eq — S, (0)2 + A2

= pas(0)(1 + 354 (0)/0E,). (5.119)

o

In a similar way, the spin susceptibility xs is obtained as
Xs = 0M/OH |p—o = us(Angs — Angy)/H|n=o
= 2up’pa(0)[1 — 324(0)/0hs 4+ 0E5(0)/0h_o]| =0
= 2ugpa(0) s, (5.120)
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Fig. 5.10 Four-point vertex ['y5/.076 (@1, @25 @3, @4).

Xs = X1 + X1us (5.121)
Y11 =1—0%5(0)/0hs|n,—o, (5.122)
X1y = 02(0)/0h_¢[n,=0- (5.123)

The spin susceptibility is enhanced j, times owing to the electron correlation as
well as the specific heat. The derivatives of self-energy by 4, and h_, introduced
in (5.120) are related to the derivative of self-energy by E,, as
1%,(0)  9%,(0) n 9%4(0)
dE;  Ohe dh_y

(5.124)

(d) Ward’s identity
Let us write the interaction vertex between electrons with spin o and o’ as
Uoo:6060 (@1, W2; @3, @4). This four-point vertex and various derivatives of self-
energy mentioned above are related to each other by Ward’s identity. We assume
for simplicity 7 = 0 and consider w-integration along the imaginary axis. Taking
the derivative by E;, we obtain

00X (w) 1 [

/ /AN 2/
aEd —E . dw ;Fgg’;g’o(wsw awva))GdOJ ((,l) ) (5125)

Shifting the frequency of every closed loop in the self-energy X, (w) by @ and
taking the derivative by iw, we obtain

I%,(w)  8Gy
diw  2mi

Z F(r(r’;(r’(r(wa 0; 07 w)

o'

1
-5 / da)/;FGJ/;U/O(LU,a)/;a)/,a))Gdo/z(a)/). (5.126)

Here we have used the following result for the derivative of Green’s function:

964@) _ _ G20 + 295, (5.127)
Jdiw i
G =G(@6) — G(—id) =2i Im GR(O). (5.128)

The second term of (5.127) arises from the discontinuity of G(w) atiw = 0.
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Fig. 5.11 The derivative of self-energy X,(w) by he. Gus) becomes
—[G go (@] by the derivative. The derivative of self-energy by E, is equal to
the sum of the derivatives of self-energy by 4, and A, .

Fig. 5.12 The w-derivative of self-energy. When frequencies of all closed loops
are shifted, we take the sum over o’. When frequencies of closed loops with only
the o spin are shifted, only the terms with o’ = o are obtained. The terms given
by the right figure are added owing to the discontinuity of G4, (w) at w = 0.

The derivative of X, (0) by A, is given by

05,000 1 [

=—— [ doToe0(®, o0, ©)G o’ (@). (5.129)
0hgy 21 J o ’

In (5.126) we have shifted every frequency of every Green’s function by w, in all
the closed loops possessing up- or down-spin. Now we shift the frequency of closed
loops possessing only o spin by @ and don’t shift that possessing —o spin. Taking
the derivative by w, we obtain

0%y 6G 1 o
(w) - [,irao;aa(wa O, Oa w) - ) / da)/rao;aa(wa Ll)/; w/a a))Gdoz(w/)-
T

diw 2mi oo
(5.130)
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From (5.125) and (5.126), we obtain

0%, (w) 02X, (w) 686Gy
= — + E F Ferpt , O, O, . 5131
diw 0E, 2mi g 00’0’ (0 @) ( )

From (5.129) and (5.130),

0X,(w) 0¥,(w) §8Gy
- Tyooo(w.0: 0. o). 5.132
i oh, T 2 Looie(@ @) (5.132)

These relations among the derivatives of self-energy and vertex functions are called
Ward’s indentities.
Here, putting the external frequency w = 0, we obtain
02, (w) 02,(0)
diw |,_o ho | —o

1 = %1 (5.133)

where we have used the following result for the anti-symmetrized vertex function
between parallel spins, FMA = FM;MA:
Looi00" (0, 0; 0,0) = 0. (5.134)

Using (5.124) and subtracting (5.132) from (5.131) on each side, we obtain
0%,(w) 3Gy

. = 2 ['s—6:—00(®,0; 0, w). (5.135)
Setting w = 0, we obtain
- 3Gy
f11 = =53 Taai-a0(0.0: 0,0) = pa(O)'y,0) (5.136)
where we have used the relation
—0Gy/27i = —(1/27i)[G4(i8) — Ga(—id)] = pq(0). (5.137)

From (5.103) and (5.133), we obtain the following identity:

7= r (5.138)

(e) Symmetric case (¢, = —U/2)

The symmetric case with ¢; = —U /2 is simple and instructive. In this case 714, =
1/2 and E;, = 0 in (5.86). Green’s function of the d-electron in the unperturbed
state, G4, (w), is given by

Guiol(w)=[iw+iAsgnw]™". (5.139)

Green'’s function G4, %(w) in the symmetric case is an odd function of w. The self-
energy >, (w), which is given by the integration of odd number products of odd
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functions, vanishes at w = 0:
¥, (0) = 0. (5.140)

In this case, the density of state p;(0) in (5.137) becomes

1

pa(0) = A (5.141)
The odd-order terms of self-energy with respect to U, X, (w), possess odd number
products of Green’s functions G4, ’(w;) in closed loops with —a spin. If we change
the sign of the frequency in every closed loop with —o spin, the total functions given
by odd number products of Green’s functions have a minus sign because of the odd
function G4_,°(w). In the total diagrams there should exist closed loops rotating
in the opposite direction to each other. The diagrams with opposite closed loops
cancel each other. As a result, the odd-order terms in U of the self-energy X, (w)
vanish. 0¥, (0)/dh, also has no odd-order terms, since the property of closed loops
with —o spin is not changed by the derivative of 4. Thus, puttingu = U/m A, we
obtain

0%, (0)  _ N .
11— = 11 = Heven = ) aopt™" (5.142)
oh, Z

On the other hand, in d%,(0)/0h_,, only the odd-order terms with respect to U
exist since G4—, (w;) becomes GY__?(w;) by the derivative of h_,:

0X,(0) _ o0 .
8h<7_0 = Xt} = Xodd = n;)GZerluz + (5.143)
Thus, we have
oo
Xs = Zanu" = X1+t T Xt} = Xeven + Xodd- (5.144)
n=0

From (5.124) the charge susceptibility y. is obtained as

Xe =Y Pao(0)Fe: (5.145)

90X, (0)
Xe =1 = X1 — X1is 5.146
X 9E, KT An (5.146)
= Xeven — Xodd = Zan(_u)n = Xs(—u). (5.147)

n=0
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With increasing u = U/m A, the charge susceptibility is suppressed:
lim j.(u) = 0. (5.148)
u—0oQ

In this limit, independent parameters coincide with each other, 11 = ¥4y, = 7,
and only one independent parameter exists:

XTT = Xeven = Xodd = )N(Ti- (5149)
The ratio of x; to y called the Wilson ratio (or Sommerfeld ratio) is given by

Xs 272 T C S o e -
Ry = <2MBQ> / <V/Tk32> =Xs/7 = T =1+ X11/Xr1
(5.150)

When u is large enough for }. to be zero, Rw becomes 2. This value Ry = 2
agrees with the Wilson ratio in the singlet ground state of the s—d Hamiltonian.
When u = 0, the system is written as a one-body Hamiltonian and Ry = 1. With
increasing u, Ry increases from 1 and approaches 2.

By the perturbation calculation, the following results are obtained:

(gll“B)2 1 772 2 3772 3 4
= — 11 3 — 15— — 0.055 cee
s > A +u—+ 1 u”+ > u + u +
(5.151)
272 1 72
=" kg — {1+ (3 - =) u?+0.055u* + - -- 5.152
Y 3 ke EA{ +< 4>u + u'+ } ( )

where the coefficient of the u* term was obtained by a numerical calculation. These
results are shown in Fig. 5.13.

The ground state energy E,, can also be calculated by the perturbation expansion
with respect to U. The result is

1
E,=Eu=0)+nA {—Zu —0.0369u* + 0.0008u* + - - } , (5.153)

where except for the first-order term only even-order terms exist because of the
electron—hole symmetry. This ground state energy is lower than that obtained by
the Hartree—Fock approximation even beyond U/mw A = 1, as shown in Fig. 5.14.
As aresult, the magnetic phase transition at # = 1 on the basis of the Hartree—Fock
approximation loses its justification.
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Fig. 5.13 This figure shows (1) 7, (2) ¥s and (3) R= XMZ + XNZ, obtained up
to the fourth-order terms, as functions of u = U/m A. The dotted curve near (2)
shows the function exp[u].

Fig. 5.14 The ground state energy obtained by the perturbation expansion up to
the fourth-order term is shown as a function of u = U /m A, in comparison with the
Hartree—Fock approximation. In the right figure the full curve shows the ground
state energy obtained by the exact solution, and the broken curve shows the result of
perturbation calculation up to u*. The Hartree—Fock calculation cannot be reliable
around a magnetic transition point, u >~ 1.

In the symmetric case, the self-energy >, (w) of the thermal Green’s function is
expanded at low temperature and low energy as follows:

A > (kT \*
20(w>=—<xﬁ—1>zw—’7m2{—(%) +( - )}sgnw+---
(5.154)
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Fig. 5.15 Density of states for d-electrons. The values of u are 0, 1/2, 1, 2 and 5.
With increasing u, the peak at the Fermi energy becomes sharp, keeping its height
constant (1/m A), and peaks at w = £U /2 develop.

Using this result, we expand the density of states for a d-electron with respect
to (w/A) as

1 R
,Od(w)=—;lmGd (w)
1 w\2 (1 172272
— (2 lo 2y g2y Ao o L
ﬂA{ (A> <2XN +XTT) 2 A AT }
(5.155)

In Fig. 5.15, the density of states p;(w), obtained by substituting the second-order
term of the self-energy, is shown.
The relaxation time tx(w) of the conduction electron K is given by

1
= —2n; Im 1 (w), (5.156a)
(W)
(@) = ViaGa® (@) Vi, (5.156b)

where n; is the concentration of impurity atoms. Substituting X, (w) given by (5.154)
into G4 % (w) in the T-matrix (5.156b), we can obtain the electrical resistivity at low
temperatures. Writing the resistivity corresponding to the unitary limit as Ry, we
can express the resistivity as

7'[2 kBT 2 - 2 ~ 2

In the limit u — oo, where the Anderson Hamiltonian is reduced to the s—d
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Hamiltonian, we can put Y44 = ¥4+, = Xs/2 and R becomes

~ 2 2
Xs wkgT
R=Ryi1—— 5.158
o[ 4< A >+ } ( )

As shown in this expression, the resistivity decreases from the unitary limit value Ry
as —T? with the coefficient (kg ¥s/2A)? with increasing temperature. The scaling
temperature of the 72-dependence in the resistivity is Tg =~ A/ ¥s.

The extension of the above theory to the degenerate d-orbital system has been
developed by H. Shiba [6] and A. Yoshimori [7]. Shiba proved that the coefficient
of the T-linear term of the spin-lattice relaxation time 7; ' is proportional to 2.
Since the Knight shift is proportional to xs, the so-called Korringa relation holds
in the locally interacting systems as well as the Anderson Hamiltonian. Yoshimori
derived the Wilson ratio for the generalized impurity system, taking account of the
orbital degeneracy and the crystal field splittings.

5.5 Exact solution of the Anderson Hamiltonian

In the 1980s, the exact solution of the s—d Hamiltonian was obtained on the basis
of the Bethe ansatz by Andrei [9] and Wiegmann [10]. We introduce it briefly
following the review article [11]. Succeeding to this, the exact solution of the
Anderson Hamiltonian was obtained by Wiegmann [10] and Kawakami and Okiji
[12].

The exact solution for the model with ¢; = —U /2 and conduction bandwidth
D — oo has been obtained analytically. This model agrees completely with that
used for the perturbation calculation mentioned above.

Here we put
(gus)* 1 _

= — Xs» 5.159

Xs ) JIAXS ( )
2

Xe = HXCa (5.160)

. 2m%kg® 1 (5.161)
V=73 AV '

The results obtained by the exact solution are the following:

Yo = [”2” ! } b / Ve (5.162)
s =.]—exp|— — — X, )
X 2u p 8 2u /27_[” —0 n (7'[1/! i ix>2
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Fig. 5.16 The result of ¥, obtained by the exact solution is transformed along this
integral path. As a result, singular terms cancel out and the analytic expression of
Xs 1s obtained.

1 00 7x2/2u
Xe = dx, (5.163)
V2mu / ru 2
I+ < > +x>
I
Yy = E(Xs + Xe)- (5.164)

The first term of (5.162) has the factor exp(—1/u) and seems to be singularatu = 0.
However, Zlati¢ and Horvati¢ [13] showed that this is not the case. They analysed
carefully the second terms given by the integral Ig:

—x2/2u oo ,—x2/2u

dx ¢

= Re
S V2 /ool+< +1X>2 V2Tu —00 X — 20
2

dx, (5.165)

20:—1—{—71

Then, we shift the integral path upwards by wui/2 as shown in Fig. 5.16. By this
procedure, a new term possessing sign opposite to the first term of (5.162) arises
from the pole at z = z and cancels the first term of (5.162). After the cancellation
of singular terms, the remaining term gives the following expression for j;:

e (5.166)
1 — x2

Concerning j., changing the integral variable x in (5.163) into x — wu/2, we

obtain
m e 28 / z/zucosh(ﬂx/2)dx. (5.167)
V 7 1+ x2

The final expressions, (5.166) and (5.167), are analytic and can be expanded with
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respect to u as

o0
Y= auu", (5.168)

n=0
Xe =) (—=IY'au", (5.169)

n=0
y 1 iy by - 2m
Yy = E(XS + X)) = Za2mu . (5.170)
m=0

The coefficient a,, can be obtained by setting x = +/2uy in (5.166) and (5.167).
The result is given by the following equations:

T 2
ay = (20 — Dap_1 — (5) 4y (1>2), (5.171)
apg =da; = 1. (5.172)

The coefficients a, thus obtained agree with those obtained by the perturbation
calculation up to fourth-order terms. Generally, the solution of (5.171) is given by

77\ 2n+1
[(5) /(2n n 1)!!} P, (5.173)

&) en (7Y
P"_kz:; X [2(n+k>+1]u(§>' (5.174)

an

Here P, satisfies

2
Z —Py< P, < Py =1. (5.175)
T

When 7 is large, from (5.173) we obtain

77\ 2n+1
a, ~ (E> /(2n + N (5.176)

From the above result, the series expansion converges smoothly for |u| < oo; the
convergence radius is infinite. For example, the Wilson ratio Ry (1) = X/ tends to
2 foru — 00, as mentioned above. Atu = 2, Rw = 1.962 and this value means that
u = 2 1is in a sufficiently strong coupling region. In this case the series expansions,
including up to the nth-order term, Ry (u), give the following values at u = 2:

Rw¥(2) = 1.889, Rw®(2) = 1.952, Rw®(2) = 1.961.
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As shown above, Ry (u) approaches the exact value smoothly. In a similar way,
we can confirm that the perturbation expansions for the other physical quantities
also give reasonable results owing to the rapid convergence.

The above result shows that the analyticity of physical quantities with respect to
the electron interaction is confirmed with use of the exact solution. This analyticity
is the basis of the Fermi liquid theory. Although one might simply consider that the
Fermi liquid is an assumption without any proof, the Fermi liquid theory describes
exactly the physical phenomena, as far as the condition of continuity is satisfied.

If readers wish to know more about the Kondo problem, I recommend the book
by A. C. Hewson [14].

References

[1] P. W. Anderson, Phys. Rev. 124 (1961) 41.
[2] J. R. Schrieffer and P. A. Wolff, Phys. Rev. 149 (1966) 491.
[3] P. Nozieres, Theory of Interacting Fermi Systems (Benjamin, 1964).
[4] A. A. Abrikosov, L. P. Gor’kov and E. Dzyaloshinskii, Method of Quantum Field
Theory in Statistical Physics (Prentice-Hall, 1963).
[5] K. Yosida and K. Yamada, Prog. Theor. Phys. Suppl. 46 (1970) 254; K. Yamada,
Prog. Theor. Phys. 53 (1975) 970; K. Yosida and K. Yamada, Prog. Theor. Phys.
53 (1975) 1286; K. Yamada, Prog. Theor. Phys. 54 (1975) 316.
[6] H. Shiba, Prog. Theor. Phys. 54 (1975) 967.
[7] A. Yoshimori, Prog. Theor. Phys. 55 (1976) 67.
[8] J. S. Langer and V. Ambegaokar, Phys. Rev. 121 (1961) 1090.
[9] N. Andrei, Phys. Rev. Lett. 45 (1980) 379.
[10] P. B. Wiegmann, Sov. Phys. JETP Lett. 3 (1980) 392.
[11] A. M. Tsvelik and P. B. Wiegmann, Adv. Phys. 32 (1983) 453.
[12] N. Kawakami and A. OKkiji, Phys. Lett. 86A (1981) 483; A. Okiji and N. Kawakami,
J. Appl. Phys. 55 (1984) 1931.
[13] V. Zlati¢ and B. Horvatié, Phys. Rev. B 28 (1983) 6904.
[14] A. C. Hewson, The Kondo Problem to Heavy Fermions (Cambridge University Press,
1993).



6
Hubbard Hamiltonian

Let us consider a tight binding model, in which electrons occupying atomic orbitals
transfer to neighbouring atomic orbitals. We introduce the creation (annihilation)
operator aio | (a;,) of the electron bound to lattice pointi. Eq and 7;; are the energy
of the atomic orbital and the transfer matrix between sites i and j, respectively.
Further, when two electrons stay at the same atomic orbital, the coulomb repulsion
U works between the two electrons. This Hamiltonian, introduced by Hubbard, is
written as

. 1
H= Z Eoaic'ais + ; tijaiaTajo + 3 Z Udiy' divai o' a; . (6.1)
1o 1 j,U' 1o

The Hubbard Hamiltonian is simple but important in leading to various phenomena
related to electron correlation [1]. At the present time this Hamiltonian still remains
an important subject to be studied.

6.1 Basic properties

In (6.1) we have neglected the degeneracy of atomic orbitals. For simplicity, we
assume f;; is finite between only the nearest neighbouring lattice points, and is
equal to . Hereafter, we set the number of lattice points as N and the total electron
number as N.. Introducing wave-vector k and using

g = —= Zaieﬂ'k'R’, (6.2)
we rewrite (6.1) as

U
H= ngakaTaka + m Z ak_qgl(ak/_i_q_gTak/_gakg, (6.3)
ko kk'gz0

o
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Fig. 6.1 Energy levels in Hubbard Hamiltonian for ¢+ = 0. The level of the second
electron on the same site becomes Ej 4+ U owing to the coulomb repulsion U.

ek = zze"“ + Eo. (6.4)
6

Here, the summation &4 is taken over the nearest neighbouring lattice points. Con-
cerning the electron number per site, No/N = 1 is the half-filling. When N./N > 1,
by considering holes in place of electrons we can transform to the case N./N < 1.
Now we consider the physical meaning of this model by taking simple limiting
cases.

(a) N./N =1 (half-filling case)

(i) t = 0. At chemical potential u and temperature T, which satisfy u — E¢ >
kgT and Eg + U — > kgT, the system is an insulator possessing one electron
with up- or down-spin on each lattice site.

(i1) Small transfer matrix ¢ (|| < u — Epand Eg + U — p > |t]). Starting with
t = 0, we consider the perturbation expansion up to 2. When the spins of electrons
on the neighbouring sites are antiparallel to each other, the electrons can transfer
to the neighbouring sites, but electrons with parallel spins cannot transfer owing
to the Pauli principle. As a result, it is the electrons with antiparallel spins that
lower the energy by the second-order perturbation. The energy gain A E due to the
second-order perturbation with respect to ¢ between two sites i and j is given by

AE = —21?/U. (6.5)

The factor 2 corresponds to the two processes in which electrons at i and j transfer
to j and i, respectively and return to the original sites. Thus, writing an electron
spin at each site as S;, we can write the Hamiltonian (6.1) as

1

H=-— JIsis,—-), .

(o)
(i, j)

where (i, j) means the sum over the i, j pair. From (6.5) and (6.6), the exchange

interaction J is given by

J =—=21*/U. (6.7)
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Since s;-S; is —3/4 for the singlet and 1/4 for the triplet, the value of (6.6) becomes
J and 0, respectively. In the system described by the spin Hamiltonian (6.6), the
ground state is generally an antiferromagnetic state in the three-dimensional case.
When the long-range exchange interactions are added to the nearest neighbour ones,
we can determine the ground state, considering the Fourier transform of J;;, J(q). In
general, screw (helical) spin structures with = Q giving the maximum of |J(Q)|
are realized, as far as the spins can be treated as classical spins.

(iii)) U = O or small U. The ground state is given by the state where two electrons
possessing energy ek, wave-vector K and antiparallel spins occupy up to the Fermi
energy w. If we exclude a special case where the unperturbed charge susceptibility
and/or magnetic susceptibility xo(q) diverge owing to the nesting effect, the Fermi
liquid state remains even in the presence of weak coulomb interaction. In this case
the electron interaction U enhances the electronic specific heat and the magnetic
susceptibility.

@iv) U # 0,1 # 0. As noted above, since case (ii) is the insulating state and
case (iii) is the metallic state, in case (iv) there exists a metal-insulator transition
at a value of U/t. That is, the metal—insulator transition is determined by the
competition between the gain of the kinetic energy arising from ¢ and the increase
of the coulomb interaction energy due to the double occupancy of two electrons
on the same site. When U becomes larger than zz, z being the number of the
nearest neighbouring sites, a transition called the Mott transition to the insulator
occurs owing to the electron correlation. Here we have assumed N./N = 1. In the
insulating state, one electron occupies each lattice point. When one more electron
occupies the lattice point, the energy becomes high by U and there exists a gap
called the Hubbard gap. This transition is an important subject to be studied, because
the electron correlation plays an important role in the transition and, actually, most
of the transition metal oxides are Mott insulators. This point will be discussed in
Section 6.4.

(v) Two-electron problem. Let us consider a simple example of the Hubbard
model, where two electrons occupy the two sites, 1 and 2. We assume Ey = 0:

H= Z ta1o'axe + ars'a15) + Unignyy + naynay). (6.8)
Putting r = 0, we start with the following two singlet states:
_ gt fgo
Y1 = ﬁ(am ax)' +ax'ay'), (6.9a)
_ Lt gty
= ﬁ(a” ayy' +axy'ay'). (6.9b)

For t =0, the energy of ¢; is 0 and that of ¢, is U. For ¢ > 0, we assume
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the eigenfunction and eigen-energy of H as ® = (¢; + g¢2)// 1+ g% and E,
respectively:

(H-E)®=0. (6.10)

From the Schrodinger equation, parameter g and eigenvalue E are determined by

—E +2tg =0, (6.11a)
2t 4+ (U — E)g =0, (6.11b)
—E 2

‘ o U_E’_o. (6.12)

The ground state energy is determined as

-1
E = 7(\/ U? + 16t> — U), (6.13)

g = E/2t.

When U «t, E~ -2t +U/2—U?/16t. When U > t, E ~ —4¢*/U. This
result means that with increasing U the transfer motion of an electron is suppressed
and the weight of ¢,, g2/(1 + g?), is reduced from 1/2 to 4¢>/ U>.

(b) Case of Ne /N # 1

Even in the presence of U, electrons or holes can move so as to avoid each other and
the system remains in a metallic state, although the bandwidth is narrowed. Because
N./N # 1, electrons (holes) can transfer through the unoccupied sites. However, in
the vicinity of the half-filled lattice (N./N = 1), electrons and holes are localized
accompanying the lattice distortion, and the system does not stay in the metallic
state. We don’t discuss this problem here. As is known from Nagaoka’s theorem [2],
the tendency for ferromagnetism appears (see Section 6.6). In the following, we
introduce the Kanamori theory on electron correlation, which is appropriate to a
system with low density of electrons or holes.

6.2 Theory of electron correlation

(a) Kanamori theory on electron correlation

The Kanamori theory [3], which applies the multiple scattering theory of Brueckner
to electron correlation, contains an important concept on electron correlation. Let
us consider a system possessing a small number of holes, such as Ni and Pd.
Generally, by the screening effect due to the s-electrons, the coulomb interaction



Theory of electron correlation 107

between d-electrons situated at different atoms becomes weak. As a result, it is the
intra-atomic coulomb interaction U which is important as the electron correlation.
When the intra-atomic coulomb interaction U is larger than the bandwidth W, the
effective coulomb interaction, U.g, is reduced to W. This is because the electrons
transfer avoiding each other, not to stay at the same atom. In this motion, the kinetic
energy increases by a magnitude of U that corresponds to the bandwidth W. As
a result, for any large value of U, the increase of energy is limited to a finite value
as far as the system remains in the metallic state.

Now let us consider the multiple scattering of two electrons in the Hamiltonian
(6.3).

We represent the two electrons as Kjo; and Ko, and put the anti-symmetrized
two-particle wave-function as |K; o1, K,07). Using the Hartree—Fock approximation,
we obtain the interaction energy A Eyr between the two electrons as

U
AEyr(Kio, ko) = N(l — 8610,)- (6.14)

As shown by (6.14), the interaction energy between two electrons with parallel spins
is 0 and that between two electrons with antiparallel spins is U/N. Since the two
electrons possessing parallel spins cannot enter the same atomic orbital because
of the Pauli principle, U does not work. As a result, for the case oy = 0, = 0,
|kio, koo) is an eigenstate of H. For two electrons with opposite spins, we consider
the following wave-function:

W(1,2) =Y Tk, k)e(l, k)e(2, ky). (6.15)
k]kz

This orbital wave-function should satisfy, for the spin singlet state,

Tk, ko) = T'(kz, k). (6.16)
Substituting (6.15) into the Schrodinger equation

HY(,2)=E¥Y(,?2), (6.17)

we obtain

u Q Q
k ky) — EIT(ky, k — r=+k,=-k')=0, 6.18
etk + ko) = EIG ko) + D (F+w.3-x) (6.18)
where Q = K; + k. When Q/2 + k exists outside the first Brillouin zone, by
adding a proper reciprocal lattice vector it is assumed to be reduced into the first
Brillouin zone. Assuming the wave-vector Q for the centre of mass and putting
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LKy, k) =T(Q/2 4+ k, Q/2 — k), we can determine E from (6.18) as

11 1
U~ Nik:e(Q/2+k)+8(Q/2—k)—E' (©6.19)

As shown by (6.19), the eigen-energy for the singlet state is shifted by the electron
correlation U. By representing the shift as A E(Ky, k»), we put
E = &e(ky) + (ko) + AE(kq, k). (6.20)

As the unperturbed state for U = 0, we assume W(Ky, k) = o(1, k)2, ko).
Starting with this state, we put I'(K;, k») = 1 to obtain the solution of (6.18). Putting
g = Q/2 = (k; + ky)/2, we obtain

U
e(k)) +eky) — E + — (1 +) T@+K,q- k’)) =0, (6.21)
N ”
where in the sum over K, k' = K is excluded, because q + k' = k; = q + k and

g — k' =k, = q — kfork’ = k. The coefficient I'(q + k', q — k') = ['(K’) for k’
k is determined by (6.18):
U
[e(q — K) + £(q + K) — EIT(K) + — (1 + Z’F(k”)) — 0. (6.22)
N k//

From (6.21), E = e(K;) + (k) holds in the zeroth order of 1/N. Substituting this
result into (6.22), for k' # k we obtain

U
rk)=—— (1 + Z’F(k”)) / [e(q — k) + £(q + K) — e(k;) — e(ko)].

K’

(6.23)
From this equation,
Y T(K) = —UG(Ki, k)/[1 + UGy, k)], (6.24)
k/
G(k k)—iZ’ ! (6.25)
DTN 4 e(q = K) + (@ + K) — e(ky) — e(ka) ‘
Substituting these results into (6.21), we obtain AE(Kq, k»):
U UG Ky, k) U 1
AEK, k) =—|1 - —M— | = —— . 6.26
K1, k2) N[ 1+UG(k1,k2)] N1+ UGK, k) (6:26)

Comparing this result with (6.14) given by the Hartree—Fock approximation, we
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obtain the effective value of the correlation energy:
Uett = U/[1 + UG (K1, ka)]. (6.27)

The value of G (ki, k,) is generally of the magnitude of the inverse of the bandwidth
W, as seen from (6.25). As a result, when U is larger than the bandwidth W, U
becomes of order W.

The calculation described above includes the higher-order terms due to the re-
peated scattering of the two electrons K; and k. The denominator of (6.27) arises
from the scattering process. For the system with a small number of particles, it is
valid to neglect the other particles and take only the two-particle scattering into
account. As a result, this approximation is valid for the low-density system and is
called the low-density approximation or the ladder approximation. This reduction
of electron correlation due to the avoiding motion is generally seen for any density
Ne/N # 1.

Using the above result, Kanamori discussed the ferromagnetism of the transition
metals such as Ni. According to the Hartree—-Fock approximation, the condition
for the appearance of ferromagnetism is given by Ue0(0) > 1, o(0) being the
density of states for electrons at the Fermi energy. As a result of the Kanamori ap-
proximation, U is reduced to U in (6.27) and the ferromagnetism hardly appears.
Kanamori showed that the ferromagnetism is realized for the case where the density
of states at the Fermi energy p(0) is relatively large compared with the inverse of
the total bandwidth. Actually, the density of states for Ni metal possesses a peak
structure near the band top.

(b) Variational theory by Gutzwiller

In the Hubbard Hamiltonian, when the coulomb repulsion U on the same site is
large, the wave-function for the many-body system reduces the possibility of double
occupancy to avoid energy loss due to the coulomb repulsion U. The variational
wave-function taking this point into account was proposed by Gutzwiller [4]. Let
us consider the basic principle of the variational theory. We assume 7 = 0 and
the number of lattice points is L. The number of electrons with spin ¢ and the
number of sites occupied by two electrons are denoted as N, and D, respectively.
We introduce n, = N, /L and d = D/L. The ground state for U = 0 is denoted
as |Wy). For this case the number of doubly occupied lattice points Dy is given
by Dy = n4n L. When the coulomb interaction U is introduced, D decreases and
D < Dy, since the interaction energy is given by U D. Writing the wave-function
for U # 0 as |¥) and putting

L
W) =i = (1 = @nipni 11 W) = g” W), (6.28)
i=1
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we determine g so as to minimize the energy E, which is given by

VIH|W

ij
\IJ>:| /(\IJ|\IJ). (6.29)

+ <\IJ‘U annw

Here |W) is the eigenfunction of ) .n;4n;, and the second term of (6.29) is UD.
For the calculation of the kinetic energy given by the first term of (6.29), Gutzwiller
used the following approximation. The electrons with opposite spins are assumed
to be independent of each other. The decrease in kinetic energy for each spin is
calculated statistically for the randomly distributed electrons. By the variational
calculation for the parameter g, the minimized energy E, is given by

Eg/L:q¢(d,nT,n¢)é¢+q¢(d,n¢,n¢)é¢+Ud. (630)

Here, g, representing the jump of the occupation number (ay, 'ax,) at the Fermi
surface is given by

_ . 172 _ 1/22
q(r:{[(n(r d)1—ne —n_o +d)]'"* +[(n_o —d)d] }’ 6.31)

ns(l —ne)

and the band energy &, is given by

Z tijaiaTaja

ij

g, = L7} <\p0

\y0> = > e <. (6.32)

k| <kg

Since ¢, is smaller than unity for U # 0, (6.30) means a reduction of the kinetic
energy gain owing to the narrowing of the bandwidth as a result of reducing the
double occupancy.

Gutzwiller reached the conclusion that the appearance of ferromagnetism is more
difficult than suggested by the result obtained from the Hartree—Fock approxima-
tion, in accordance with the Kanamori theory. Moreover, Gutzwiller’s theory is
important in the metal-insulator transition for the half-filled case with n = 1. As
shown by Brinkman and Rice [5], for the paramagnetic state (6.31) becomes

g = 8d(1 —2d). (6.33)

Substituting this result into (6.30) and taking the derivative of E, by d, we obtain

the following solutions:
1 U
d= - (1 — —) , (6.34)
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2
g=1- <g> , (6.35)

2
Ee = —|&| |:1 — 2] . (6.36)
L U.
Here &) = 28y = 2&, and U, = 8|&|. As U approaches U, d = q = E, = 0 and
the system becomes insulating. Strictly speaking, when the system becomes the
insulator, the exchange interaction (6.6) exists and the ground state becomes an
antiferromagnetic insulating state. It should be noted that the metal-insulator tran-
sition is obtained by the Gutzwiller theory.
In this case the electron mass m* is given by

m* 1 U\’ -
=4 :|:1_(Uc>j| . (6.37)

Using the Bohr magneton up and the density of state p(0) per spin on the Fermi
surface, the spin susceptibility xs is given by

-1
L, (UY B 14+ U/QU,)
Xs = 2iB p(O){[l (Uc> } x [1 /J(O)Ui(1 n U/UC)2]] , (6.38)

where x,® = 2up?p(0) is the Pauli susceptibility in the non-interacting system.
Here the important point is that, as discussed in the Fermi liquid theory, when
U approaches a critical value U, m* and yx diverge. However, the ratio of xj
to m* remains finite and this fact means that their divergences are not due to the
instability of the ferromagnetic state. The Gutzwiller theory assumes a variational
wave-function and uses an approximation in calculating the first term of (6.29).
Without using this approximation Yokoyama and Shiba [6] calculated correctly the
expectation value of the first term using a numerical computation and showed the
absence of the metal-insulator transition, in contrast to the result by Brinkman and
Rice. This fact means that the variational wave-function is not a good approximation
for the metal—insulator transition. However, for the infinite-dimensional (d = 00)
Hubbard Hamiltonian, the Gutzwiller approximation becomes correct and the Mott
transition derived by Brinkman and Rice becomes valid. This result agrees with
the Mott transition of the infinite-dimensional Hubbard Hamiltonian discussed in
the next section. In a general dimension, the variational theory by Gutzwiller is
considered to be appropriate to the metallic state.
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6.3 Infinite-dimensional Hubbard Hamiltonian

Compared with a general dimension model, the infinite-dimensional Hubbard
Hamiltonian [7] is easily treated. As an extension of the square lattice and the
cubic lattice, we consider the hypercubic lattice in the infinite dimension. Using
a transfer matrix ¢ between the nearest neighbour lattice points and lattice spac-
ing a as unit of length, the energy dispersion of the electron with the wave-vector
k= (ki,ka,..., kn,..., kg)is given by

d
& = —2t Zcos k, (—m <k, <m). (6.39)

n=1

The density of states p,(¢) for electrons with this dispersion is given by the Gauss
distribution function for d — oo:

1 e 2
pa(€) = ija(e — &) = Sy P [— (2; ﬁ) } . (6.40)

This resultis derived by expanding the Fourier transform ®,(s) of p;(¢) with respect
to s and neglecting higher-order terms than 1/d. The density of states p;(¢) given
by (6.40) expands in its width with increasing dimension d. To avoid this and keep
the density of states invariant we reduce ¢ to t* = ¢/ V/2d. That is, instead of (6.39),
we assume the model

2%t &
&g = ——— E cosk,. (6.41)
T V2d =

In addition, the form of ¢y in (6.41) should be modified to avoid complete nesting.
Since cos(k, + m) = —cosk,,

e =—t  Q=m(1,1,....1). (6.42)

In the case of half-filling, N./N = 1, so-called complete nesting is realized and the
unperturbed susceptibility x°(Q) diverges. In this case an infinitesimal coulomb
repulsion U gives rise to an antiferromagnetic ground state, in which the anti-
ferromagnetic long-range order exists and the energy gap opens on all the Fermi
surface (¢x = u = 0). Although this feature is also one of the characteristics seen
in the Hubbard Hamiltonian, to avoid the special case and generalize the argument,
Miiller-Hartmann [8] extended the model to include the transfer matrix t,, to the
mth nearest neighbouring sites:

ge= Y tuem(K), (6.43)
m=1
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Fig. 6.2 Schematic figure of the equi-energy lines for the square lattice, ex =
cos ky + cos ky. The solid lines given by ex = 0 are the Fermi lines. The Fermi
lines coincide with each other by the translation of (£, £m).

Fig. 6.3 Self-energy X;; between sites i and j.

y A
em(K) = _E Zcos mk,. (6.44)
n=1

In this case, if #,,, # O for at least one of even m, the band e excludes the properties
of complete nesting. Fortunately, in this case also the density of states is simply
given by

pa(e) = exp[—(e/1)*/2 + Od~"H)]/2rtH)'/?, (6.45)

As long as the terms higher than 1/+/d are ignored, py(¢) can be given by the
Gaussian distribution function. Hereafter, we consider the d = oo system without
complete nesting properties.

Another characteristic of the d = oo model is that the self-energy ¥ (w) is inde-
pendent of the momentum. The self-energy ¥;;(w) connecting different sites i and
Jj contains at least three transfer matrices # connecting i and j as shown in Fig. 6.3.
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Here in our model, since the transfer ¢ is reduced by 1/ V2d, %;; is smaller than
¥;; by a factor (1 /2d)*/*. If i and j are the nearest neighbours, the number of
terms X;; is 2d. As a result, the total contribution of the off-diagonal terms is
smaller than the site-diagonal terms by 1/+/2d and can be neglected in the limit
d = oo. Thus, the self-energy does not depend on other sites and is independent of
the momentum k. Using the simplified infinite-dimensional Hubbard Hamiltonian,
we have made clear the physics of the Hubbard model. In general, with increas-
ing dimensionality, the mean field approximation becomes correct. This is an ad-
vantage of the d = co model. Let us introduce below some examples of these
studies.

Using the self-energy X (i w,) which is independent of k, we can write the thermal
Green'’s function as

GK,iwy) =[iwn + 1 —ex — Zlwy)] . (6.46)

Here, although we can calculate ¥ (i w,) using the perturbation theory with respect
to U, we adopt a single site approximation corresponding to a coherent potential
approximation (CPA) or a mean field approximation. We consider an impurity
model given by the following action S for a single site:

B B B
S[Go] = U/ drny(t)n(t) — / d‘[/ dt’ ZCUT(T)[G()(T — ) en (7).
0 0 0 o

(6.47)

Here G is the bare Green’s function for U = 0 in the impurity model and is
assumed already to include the property related to other sites, within the one-body
approximation in our Hubbard model. Using %;n,(Go, iw,) determined by (6.47),
G(iw,) is given by

G(iwy) =[Gy~ — Simp(Go, iwn)] ™. (6.48)

Here we adopt the following self-consistent equation: G(iw,) given by (6.48) is
assumed to be equal to the site-diagonal term of Green’s function for the Hubbard
Hamiltonian, which is given by taking the sum over K of (6.46). To satisfy this, we
put X(iw,) = Ximp(iw,) and obtain the following equation:

o0

e

Gliw,) = / de- AN . (6.49)
—00 lw, + n—= Eimp(la)n) — €

The density of states p(¢) is the only quantity that reflects the property of the lattice

and is treated as an external parameter. As a result, our task is to determine the

unperturbed impurity Green’s function G that approximates the d = co Hubbard
Hamiltonian, using (6.48) and (6.49).
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Fig. 6.4 The second-order term of the self-energy.

At first, assuming translational symmetry and the paramagnetic state, we solve
the equation. Here we consider the following Anderson Hamiltonian as a general
model for the single-site impurity models:

Ham = Z EkCko | Cko + &4 ZdaTda + Ungyngy + Z[chkaTdo +H.C.].
ko o ko

(6.50)
For this Hamiltonian, we can eliminate the operators for conduction electrons and
obtain

[Go™M(iw)] ™" = iwy — &4+ / Tde A (6.51)
oo T I, — €
Ale) =7 Y [Vil*8(z — ). (6.52)
k

The solution for the Fermi liquid state is obtained by assuming that Im Go(iw, =
w + i§) does not vanish at w — 0. As the best case for the Fermi liquid state, let us
consider the Anderson Hamiltonian possessing electron—hole symmetry, e, — u =
—U /2. In this case the electron interaction term can be written as

1 1
H/ =U <nd¢ - 5) <nd¢ - 5) . (653)

Using this interaction Hamiltonian, we calculate the second-order term of the self-
energy for the unperturbed Green’s function Go~! = Go~! — Un/2(n = N/N).
The result for ¥ shown in Fig. 6.4 is given by

() = U*Go*(t)Go(—1). (6.54)

Substituting this result into Xy, in (6.49), we obtain Green’s function G and
determine G self-consistently from Go~! = G~! 4 . The density of states thus
obtained is shown in Fig. 6.5. It is important that the height of the central peak at
the Fermi energy is constant independently of U, as far as the system remains in
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Fig. 6.5 Energy spectrum of d = co Hubbard Hamiltonian for typical values of
U.AtU = U, the metal-insulator transition occurs and an energy gap opens. The
values of U are given by the unit of D =1 [9].

the Fermi liquid state. Finally, 3(0) = 0 and for a small w the real part of X(w) is
given by the linear term of w. The imaginary part of X (w) starts with the »” term.
As a result, Im G(i8) at w = 0 is independent of U and is determined by A(0).
This conclusion can be understood by the properties of the symmetric Anderson
Hamiltonian shown in Fig. 5.15. For A(0) not to vanish is the condition necessary
for a Fermi liquid. The existence of the mixing term in the Fermi liquid ground
state is explained on the basis of Anderson’s orthogonality theorem, as discussed
in Chapters 4 and 7.

Figure 6.5 shows the spectral density for typical values of U . For large values of U
two peaks below and above the Fermi energy appear corresponding to the Hubbard
gap. The two peaks represent the spectrum for electrons with spin o, when the
electron number with opposite spin is fixedton_, = 0 and n_, = 1, respectively.
The central peak at the Fermi energy is the excitation spectrum when the number
of opposite spin electrons is fixed to the long-time average value corresponding
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to w >~ 0. This level is nothing but the level ¢; + U(n/2) = 0. As shown by the
calculation for the Anderson Hamiltonian, the coefficients of the w-linear term of
the self-energy Re ¥ and the w? term of Im ¥ increase with increasing U . From these
effects, the peak at the Fermi energy becomes narrow. This is because the charge
fluctuation is suppressed with increasing U and it takes a long time to observe the
spectrum corresponding to the average value, n_, = 1/2. This property is universal
in the Fermi liquid. The narrow peak with constant height at the Fermi energy
originates from the enhancement of effective mass and the increase of damping
rate for quasi-particles. It is naturally expected that in a limit of increasing U the
Mott transition will be realized. Now let us discuss how the Mott transition can be
described in the d = oo model.

As noted above, the necessary condition to be a Fermi liquid is A(0) # 0. Taking
the contra position of the above statement, we obtain the conclusion thatif A(0) = 0,
the system is not a Fermi liquid. If we put A(0) = 0 in the Anderson Hamiltonian,
it represents the high temperature state above Tk in which the coherent part of the
hybridization vanishes and the spin of the d-electron fluctuates freely. This state
corresponds to a paramagnetic state in the Mott insulator. Using the second-order
term of self-energy given by (6.54), we can obtain a self-consistent solution. As far
as we assume a finite bandwidth, we can derive the transition to the Mott insulator
from the Fermi liquid. This transition is general in the d = co Hubbard model
independently of the approximation, and is confirmed by the numerical calculation
based on the quantum Monte Carlo method.

6.4 Mott transition

In the Hubbard Hamiltonian, for the half-filling, N./N = 1, there exists one elec-
tron at each lattice point. When the coulomb repulsion between two electrons on the
same atomic site becomes larger than the band energy proportional to the transfer
matrix ¢, a single electron is localized at each lattice point and the system becomes
an insulator. This transition is called the Mott transition. The insulator due to the
electron correlation U is called the Mott insulator. The Mott transition is the im-
portant issue among the physical phenomena related to the electron correlation.
Recently, the process of the transition from the Fermi liquid to the Mott insula-
tor has been made clear through the study of the infinite-dimensional Hubbard
Hamiltonian.

Letus consider the d = oo Hubbard model [ 10]. For the density of states possess-
ing the Gaussian or Lorentzian energy distribution, we need the infinite coulomb
repulsion U in order to realize the Mott transition, since the bandwidth extends
over the infinite energy region. In real systems, the density of states is confined to
a finite energy range. For this reason, we consider the d = co model possessing
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finite bandwidth. Here we substitute the following form into p(e) in (6.49):

v D? — g2, (6.55)

This is a semicircle with radius D. Using the relation

p(e) = D2

b d 2
/ pexde , (6.56)
D =&  z+~72-D?
we can rewrite (6.49) as
-1 -1 2
Gy — X' = (6.57)

iwy — % +i sgn(wp)y/D2 + (wp +iX)2
where we have put . = 0. Here we can use the second-order self-energy £®(iw,)
for the symmetric Anderson Hamiltonian. The £®(iw,) is given for |w,| > A by

UZ
2P(iw,) = — Gotion), (6.58)

which agrees with the expression of the self-energy without hybridization term in
the symmetric Anderson Hamiltonian. Hence, the solution corresponding to the
Mott insulator is obtained by extending (6.58) to w,, — 0. The U 2 term of the self-
energy in the Fermi liquid approaches zero as w, tends to zero, in contrast with
(6.58). On the other hand, in the Mott insulator A(0) — 0 as w, — 0, and Gy(iw,)
is given by

Goiwy) ~ 1/iw,. (6.59)
Actually, by substituting (6.57) into (6.58) we obtain, for |w,| < U,
UZ
U2 — D2’
For U > D and w, ~ +U, Go(iw,) is given by

Goliwy) ' = iw, (6.60)

d(iwy)? — U* — /[4liw,)? — U2 — 4[4(iw,)? + U?]D?
2(4(iwy)* + U?) '

Goliwy) ' =iw, —iw,

(6.61)
Combining this result with (6.58), we obtain

2
G=[Gy'=-3]= [Gol - UTGO] ) (6.62)

From this Green’s function we obtain the density of states possessing two peaks
centred at w = U /2 with width 2D. In this case, from (6.60), A(iw,) for small
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values of w becomes

D2

Aliw,) = Goliwy) ™" —iw, ~ iw,
Thus we can confirm that A(i w,,) vanishes proportionally to i w,. As aresult we have
obtained the following behaviour: G — iw, Gg — 1/iw, ¥ — 1/iwand A ~ iw.
The solution thus obtained represents the Mott insulator which is characterized by
the divergent self-energy and the energy gap extending to a distance of U. When
the system approaches the Mott insulator from the Fermi liquid, the quasi-particles
approach the states just before the localization, and generally their momentum
dependence becomes weak. As a result, the d = oo model can be considered not
to lose the essential point in approaching the Mott insulator.

To conclude the method of approaching the Mott insulator from the Fermi
liquid, when we increase the value of U in the half-filling case, m*/m =
1 — 0% /dw|y—o approaches an infinite value and the jump in occupation at the
Fermi energy, z = m/m*, tends to zero. The peak, which exists at the Fermi
energy and keeps its height constant, disappears at a critical value U = U, in
the limit of vanishing width, and the energy gap is created. During this process,
the peaks corresponding to w = ¢4 and w = ¢4 + U develop gradually from the
Fermi liquid state and transform into the two peaks situated above and below
the Mott—Hubbard gap. We note again that in real systems the antiferromagnetic
long-range order is realized at low temperatures owing to the super-exchange
interaction.

6.5 One-dimensional Hubbard model

(a) Special nature of the one-dimensional system

The one-dimensional Hubbard model is special, since the energy conservation and
momentum conservation are not independent. This system does not belong to the
Fermi liquid, but to the Luttinger liquid, and does not possess any well-defined
quasi-particle excitations. The excitations in this system are given by collective
modes related to the charge and spin degrees. The jump z; of the Fermi distribution
ng at k = kg tends to zero, corresponding to the disappearance of quasi-particle
excitations. Actually, the behaviour of n; near k = kg is continuous and given by
the power law [11]

ny = ng, — const|k — kp|93gn(k — kg), (6.64)

where 6 is given by Fig. 6.6. As long as U is not zero, 6 tends to 1/8 as the filling
approaches half-filled, No/N = 1.
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Fig. 6.6 The occupation number n; near the Fermi point in the one-dimensional
lattice is given by |k — kg|?. This figure shows the critical exponent 6 as a function
of U/t and the electron density n [11].

(b) Exact solution by Bethe ansatz
The one-dimensional Hubbard Hamiltonian has been solved on the basis of the
Bethe ansatz by Lieb and Wu [12]. The Hamiltonian is given by

H=—t Z chacj(, +U Zc%cmcjlcu. (6.65)

<i,j> o i
Here we put the nearest neighbour transfer matrix element ¢ = 1. For the half-filled
case N/L =1, L being the number of lattice points, we obtain the ground state

energy as
E=E (5, L, U> — 4L / Jo@h@de (6.66)
22 o o[l +exp(olU/2)]

where Jy and J; are the Bessel functions. As long as U # 0 the ground state of the
half-filled Hubbard Hamiltonian is the Mott insulator. The expression of (6.66) is
singular at U = 0 and cannot be expanded with respect to U.

The Wilson ratio Rw = (Xs/y)(%nsz/(guB)z) is 1 at U = 0 and becomes
2 discontinuously at U # 0. This is because the freedom of charge vanishes at
nonzero U and y is reduced to the half value corresponding to the lost degree of
freedom.

The book written recently by Takahashi [13] explains the one-dimensional solv-
able models in detail.

6.6 Ferromagnetism of transition metals

The ferromagnetism of the transition metals has been studied by many people,
such as Herring, Kanamori and Nagaoka. According to the recent theory of Okabe,
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the ferromagnetism of the transition metals is stabilized by Hund’s rule coupling
among electrons occupying the degenerate d-orbitals. It has been shown by photo-
emission measurements for Fe and Ni that there exists enough possibility for two
electrons to meet on the same atoms and to be affected by the Hund’s rule coupling.
This experimental fact means that the effective correlation among d-electrons is
not so strong owing to the screening effect by s- and p-electrons, surrounding d-
electron pairs. From the above reason, we can accept the result given by the density
functional approximation. The role of Hund’s rule coupling in realizing the ferro-
magnetic ground state can be seen from a detailed examination of the Gutzwiller
approximation, as done by Okabe [14].

6.7 Superconductivity in the Hubbard Hamiltonian

The Hubbard Hamiltonian gives rise to superconductivity from the electron corre-
lations. There exist p-wave and the d-wave pairing states depending on the mo-
mentum dependence of interactions between quasi-particles in the Fermi liquid
state.

This issue will be discussed in Chapter 9 in connection with high-temperature
superconductivity.

References

[1] J. Hubbard, Proc. Roy. Soc. (London) A 276 (1963) 238; 277 (1964) 237; 281 (1964)
401.
[2] Y. Nagaoka, Solid State Commun. 3 (1965) 409; Phys. Rev. 147 (1966) 392.
[3] J. Kanamori, Prog. Theor. Phys. 30 (1963) 275.
[4] M. C. Gutzwiller, Phys. Rev. Lett. 10 (1963) 159; Phys. Rev. A 134 (1964) 923; 137
(1965) 1726.
[5] W. F. Brinkman and T. M. Rice, Phys. Rev. B 2 (1970) 4302.
[6] H. Yokoyama and H. Shiba, J. Phys. Soc. Jpn. 59 (1990) 3669.
[7] W. Metzner and D. Vollhardt, Phys. Rev. Lett. 62 (1989) 324.
[8] E. Miiller-Hartmann, Z. Phys. B 74 (1989) 507; 76 (1989) 211.
[9] X. Y. Zhang, M. J. Rosenberg and G. Kotliar, Phys. Rev. Lett. 70 (1993) 1666.
[10] M. J. Rosenberg, X. Y. Zhang and G. Kotliar, Phys. Rev. Lett. 69 (1992) 1236.
[11] N. Kawakami and S. K. Yang, Phys. Rev. Lett. 65 (1990) 2039.
[12] E. H. Lieb and F. Y. Wu, Phys. Rev. Lett. 20 (1968) 1445.
[13] M. Takahashi, Thermodynamics of One-dimensional Solvable Models (Cambridge
University Press, 1999).
[14] T. Okabe, J. Phys. Soc. Jpn. 65 (1996) 1056.



7

Fermi liquid theory of strongly correlated
electron systems

Heavy fermion systems are explained on the basis of the Fermi liquid theory. The
specific heat, magnetic susceptibility and electrical resistivity are discussed. Using
Anderson’s orthogonality theorem, we show that the Fermi liquid is nothing but a
local spin singlet state at every site.

7.1 Heavy fermion systems

The Fermi liquid theory is independent of a model Hamiltonian, and can be applied
to any system as long as the system remains a Fermi liquid. The theory tells us that
even if the electron interaction becomes strong, physical quantities behave as those
of the non-interacting Fermi gas. The difference between them with and without
interaction is not qualitative but quantitative [1].

As seen at the Mott transition in Hubbard systems, the effective mass of the
electron increases near the transition point. As a system realizing such a large
effective mass, a Fermi liquid system called the heavy electron system or the heavy
fermion system attracts general interest. The heavy fermion systems are composed
of the rare earth metals such as Ce and Yb, and actinide atoms such as U. The
heavy fermions are nothing but the quasi-particles in the Fermi liquid theory. As
a quasi-particle in a strongly correlated electron system, the heavy fermion is an
important issue to be studied in the development of the Fermi liquid theory. The
heavy fermion realized in f-electron systems is one of the heavy quasi-particles
appearing near the Mott transition.

Another important system among the strongly correlated electron systems is
that of the cuprate high-temperature superconductors. This system shows different
properties from those expected for the simple Fermi liquid. Examples of these
different properties are the T-linear term of the electrical resistivity and the deviation
from the Korringa relation, which means that 1/7,T in a Fermi liquid is constant
in the relaxation rate of the nuclear magnetic resonance. However, we show below
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that these anomalous properties can be explained by taking the two-dimensional
antiferromagnetic fluctuations into account on the basis of the Fermi liquid theory.

Moreover, the Fermi liquid theory is important in understanding the strongly cor-
related electron systems for the following reasons. Since the heavy quasi-particles
themselves play essential roles in the phase transitions such as superconductivity
and magnetism, and make the long-range order, the Fermi liquid theory is indispens-
able in understanding the ordered states. A good example of this fact is the jump of
the specific heat at the transition temperature; the jump is proportional to the mass
of quasi-particles in the normal state above T.. This means that heavy fermions
themselves make the phase transition through the renormalized interaction among
quasi-particles.

7.2 Heavy fermions

Now we explain the origin and physical properties of heavy fermions; they are seen
in alloys and compounds that contain the rare earth metals such as Ce and Yb, and
actinide atoms such as U [2].

The rare earth metals such as Gd and Tb usually show magnetic ordered states.
These are ferromagnetism and screw structure, and originate through the RKKY
(Rudermann—Kittel-Kasuya—Yosida) interaction. However, the systems containing
the atoms that possess one f-electron Ce(4 f)! orone f-hole Yb (4 f)'? do not show
any magnetic order until very low temperatures and sometimes show Kondo-like
behaviour. The systems showing Kondo-like behaviour are called dense Kondo
systems. In the periodic systems the resistivity shows 7' behaviour after showing a
peak with decreasing temperature. The reason that some heavy fermion systems do
not show any magnetic order at low temperatures, but show Kondo-like behaviour,
can be explained as follows.

The RKKY interaction (4.21) which determines the magnetic ordered state is
proportional to the product of the localized spins S. § = 7/2 for Gd, while § = 1/2
for Ce. If the coupling constants of the RKKY interaction, Jrxky, are assumed to
be the same for Ce, Yb and Gd, their magnetic ordering temperatures 7. are almost
determined by the values of S°.

Since the ordering temperature 7, of Gd is 300K, those of Ce and Yb are
estimated as 6 K. The smallness of the localized spins for Ce and Yb is important
in reducing the magnetic ordering temperature.

On the other hand, the alloys and compounds of the actinide atom U possess
two or three f-electrons on a U site. The effective bandwidth of f-electrons in
the U system seems to be wider than those of the Ce and Yb systems. The wider
f-bandwidth of the U system may be important in suppressing the magnetic long-
range orders as well as the orbital degeneracy. The following points are important
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in our understanding of the heavy fermions. The f-electron systems possessing f-
electron number near an integer are the Fermi liquids near the insulating states. The
f-electrons can be delocalized through the hybridization with conduction electrons.
If there exists no hybridization between f and conduction electrons, the f-electron
number becomes just an integer and the f-electrons are localized. Therefore the
hybridization between f- and conduction electrons plays an important role in
realizing heavy fermions. As a result, the heavy fermions give a large 72 term in
the resistivity.

7.3 Kondo temperature in crystalline fields

We calculate the Kondo temperature of a Ce impurity system using the scaling
law introduced in Section 4.5 [3]. We consider the Cogblin—Schrieffer Hamiltonian
which describes the exchange interaction between the conduction and f-electrons:

H=> & (Z cimleen + Y CkaCkm> + Y Enay'ay + Y Enan'ay
k M m M m

JO C JrC a TCI Jl C TC a TCZ
T A AT km Ck'm'@m’ Um — S kM Ck'MApM M
2N mm’ 2N MM
kk' kk’
Jo
~oN ;(cmﬁ Ciomtm ' art + Com' Ciorrn ). (7.1)
kk’

Here we have put the origin at the centre of the Ce atom and expanded the wave-
functions of conduction electrons in the spherical waves. We consider the case
where levels of f-electrons split into higher levels M and lower levels m as shown
in Fig. 7.1. We write the creation (annihilation) operator of the f-electron corre-
sponding to each base-function M or m as aITW (apy) or afn (a,,), and write that of
the conduction electron as c,t u (Ckm) or c,im (ckm), where M and m correspond to
the wave-functions of the f-electron.

The energy levels Ey, and E,,, which are determined by the spin—orbit coupling
and the crystalline field, are determined so that their sum is zero:

> Eu+) En=0. (7.2)
M m
Moreover, keeping Ce in mind, we assume the f-electron number is unity:

ZaMTaM + Zamfam =1. (7.3)
M m

In (7.1), Jo, J1 and J, are the exchange interactions within lower levels, within
higher levels and between higher and lower levels, respectively.
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M

A

) m

Fig. 7.1 Splitting of f-levels due to the crystal field. Here, levels split into two
groups separated by A.

Using Poorman’s scaling method derived in Chapter 4 and adopting the band-
width D of conduction electrons as a scaling parameter, we obtain the following
equations for the coupling constants Jg, J; and J:

dJjo Jo J)?

= i 7.4
dD D+E, - ZD+EM—w (7.4)
dJ, Ji2 J)?

— 2z 75
iD= DT En—w DT —w 75)

— 072 7.6
dD ;D+EM—w+;D+Em—w (7.6)

where w is the energy of the electron system including crystalline field effects. Now
let us consider the Ce ion in the cubic field. In this case the six states belonging
to j = 5/2 split into the doublet I';, Ep = —2A /3 and the quartet I'y, Eq = A /3.
Hereafter, we discuss separately the two cases when the crystal field A = Eq — Ep
is positive or negative.
(1) A > 0: TI'7is the ground state, w >~ —2A /3.
dJy 2]y N 475
dD D D+A
dly 45 20
il == 7.8
dD D+ A + D 78)
dl, 4J\J,  2Jo]
e ) (7.9)
dD D+A D

, 7.7

IfweputJo=J,=J,=J and Jo=J,=J,=1J for simplicity, we obtain

df_2f2+ 472
dD D D+ A’

(7.10)
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Assuming the initial condition J = pJ/2N at D = Dy, and solving (7.10), we

obtain
LNy (D)+41 (DM) (7.11)
— = (0] (0] . .
Ay &\ b, B\ Dyt
When Dy > A, J is given by
- pJ olJ| D 2p|J| D+ A\
J= 14+ 220 1 : 7.12
2N|:+NgD0+NOg Do (7.12)

Since the Kondo temperature T is given by the value of D at which J diverges,
for kg = 1, Tx is given by

plJ] Tk 2p|J| Tk + A
1+ 220, ] =0, 7.13
ARV Y AR A ) (7.13)
Do \ . _un
Tx = D, /ol 7.14
K (TK—i-A) e (7.14)
If Tx < A, we obtain
Do\ > Do\?
Ix = (Ko> Doe VPVl = (K()) T’ (7.15)

where T is the Kondo temperature for the case without the orbital degeneracy,
that is A >~ Dy. The result of (7.15) is important. If we assume Dy = 10* K and
= 10? K as usual values, we obtain (Dy/A)? = 10*. By hybridizing higher levels
s1tuated around 100 K above the lowest levels, the binding energy of the ground
state becomes large by a factor of 10*.
(2) A < 0:Tg is the ground state, @ ~ —|A|/3. Assuming Jo = J| = J, = J,
we obtain

dj 4J* 2J2

A . 7.16
iD - D " D+A| (7.16)

. oJ olJ] D+ |A| 2p|J| D\
J= 1 lo log [ — . 7.17
2N[ TN g(Do+|A|)+ N °g<Do)] 71D

Similarly to case (1), Tk is given by

D 1/2
TK = (70 ) D()E_N/zp"”
Tx + |A|

12

Do 1/2
(E) Doe NPT (T < A, (7.18)
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Table 7.1 y, x and A for various metals

y! X A
(mJmol~'K?) (memumol™!) (uQ2cmK™?)
Paramag. CeCug 1500 8.5-75.7 42-143

CeAl; 1600 36 35
Super. CeCu,Sip 1000 12-16 11
UB613 1100 15 -

UPts 450 4.2-8.3 2.0
Mag. U,Zny; 400 12 -

Normal Pd 9.4 0.8 1073

Ag 0.6 0.03 1077

In this case the exponent p|J| of the exponential function is multiplied by a factor
of 2 and the Kondo temperature becomes high. This is because the ground f-levels
in the crystal field are four-fold degenerate and the number of channels combining
the conduction electrons with the f-electrons becomes twice as many.

Including the above-mentioned cases and also the Yb system, we can obtain a
general expression for Tk as

Dy N1/No Do Na/No Do Nu/No N 1
TK: — — e | — Doexp —_— |, (719)
Ay A Ap plJ| No

where A; and N; are the energy difference between level i and the ground state and
the degeneracy of level i, respectively. Ny is the degeneracy of the ground state. As
seen here, the degeneracy of f-levels and the effect of upper levels in the crystal
field are important for the Kondo effect. Therefore we cannot ignore the degeneracy
of f-levels when we discuss heavy fermions.

7.4 Fermi liquid theory on heavy fermion systems

Heavy fermion systems behave as a Fermi liquid with a strong enhancement due
to the electron correlation. To see this fact, in Table 7.1 we show the T-linear
coefficient y of the specific heat, magnetic susceptibility x and the coefficient
A of T? terms of resistivity for typical electron systems. The values of y and x
in heavy fermion systems are 10>-103 times as large as those of free electrons,
and A is 10*-10° times as large compared with conventional metals. These large
enhancement factors mean that the heavy fermions are the Fermi liquids close to
the Mott transition. In the heavy fermion systems almost localized f-electrons
and delocalized conduction electrons hybridize to deviate the f-electron number
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from an integer, and keep the metallic state against the strong electron correlation
between f-electrons. In this way the existence of the hybridization is essentially
important in the Fermi liquid behaviour of the heavy fermions.

The physics of heavy fermions can be described on the basis of the periodic
Anderson Hamiltonian. The degeneracy of the f-orbital is essential in keeping the
normal state against strong correlation effects. Here, for simplicity, we ignore the
orbital degeneracy and assume that the correlation U between f-electrons is not so
strong as to destroy the Fermi liquid state. Using the following simple model, we
make clear the mechanism of the formation of heavy fermions:

H="Ho+H, (7.20)

Ho = ; EkCko | Cko + kz Exay, 'ak,
o o

NU
+ Z(VkakoTCko + Vi*cko L ake ) — T(nof)z, (7.21)
ko
, U
H = N ZakMTTak/_qﬁakwakT, (722)

kk'q

where ay, ' (cko ') is the creation operator of the f- (conduction) electron with
energy Ex(ek), and o denotes spin. The coulomb repulsion U between f-electrons
on the same atom is the only many-body interaction in this Hamiltonian. The above
two kinds of electrons, the f-electrons and the conduction electrons, hybridize
through the mixing term Vi and form energy bands. The f-electron number
averaged over the unperturbed state is denoted as (n”).

To construct the Fermi liquid theory, we treat the electron interaction U as a
perturbation for the state determined by Hj and introduce the self-energy X (z)
originating from the perturbation. Here z = w — iI" is complex. Now we can de-
termine Green’s functions for the f-electron and the conduction electron by the
following equations:

l-mG6 =1, (7.23)

Jd-f= (Z_;kEk R Z_Ykgk> , (7.24)
- Gk’ (2) Gy’ (2)

G= (Gkgcf@ Gio(2) ) (7:25)

where 1 is the unit matrix of two components. For example, the diagonal parts of
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Green’s functions, Gy, (z) and Gy, °(z), are given by
Gio'(2) = [z — Exe — Zuo(@) — [i*/(z — 817", (7.26)
Gio(2) = [z — ks — |Vil*/(z — Eko — Zko ()] (7.27)

The energy of a quasi-particle is determined by the pole of Green’s function, and
is given by the solution of the equation

(2 — Exo — Zko () — &ko) — |VkI* = 0. (7.28)

(a) Electronic specific heat
Following Luttinger, we derive the T -linear coefficient of the specific heat (w; =
o +16):

72kg? Z 0 ) n £ SR (@.)
= — —log|w — — w
Y 61 - EYS glwyr T M1 k k +

V. 2
_L] _C_C.}
oy + 1 — &k =0

27 2kg? 1 iz 1!
= ——1 18 — Ex — 2k f(0) - ———
3 Xk: nm[MJrl k— 2k (0) ,u+i8—sk}
1 AT (w) | Vil
U= | T izer
w =0 (v — k)
27'[2](32 f - ¢
=5 1 A Onc+ YO (7.29)
k k
Ix
G = 1 = OZK@) (7.30)
dw =0

Here the density of states px/ (w) for f-electrons and that for conduction electrons
ok (w) are given by

—4-1

~ I |Vil?
ol ()= ——Im|pu+ oy — Ex — S f(w) - ——— |,
b4 L n+ oy — & |
(7.31)
— 4-1
1 | Viel?
“(w)=——Im|pu+ws: — e —
ok (w) - _M + — &k o F = Ex— T (@) |
(7.32)

Since the electronic specific heat at low temperatures is given by the thermal
excitation of quasi-particles, the T'-linear coefficient y is also given by the density
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of states for quasi-particles on the Fermi surface:

7'[2k]32 27‘[2]{]32
= S(u — Eyx,™) = 7. 7.33
y 3 kZ (i — Exo™) 7 (7.33)

Now let us introduce the renormalization factors zyx/ for f-electrons and zx° for
conduction electrons. These are given by the residues of G/ and G, respectively:

2 —1
f_ [~ | Vil )
w =\ wt—) - (7.34)
(V" (e — P
| Vil? /(~ | Vid|? )
w=— W+——. (7.35)
(1 — &)? (1 — &k)?
Here the following relation holds:
Az’ + a8 = 1. (7.36)
From (7.36), (7.33) is given by
72kg?
Y = 3B Z(?knzk(rf + Zk(rc)s(ﬂ - Ek(r*)
ko
2kg?
=37 2 _lok! O + (O], (7.37)
ko

This agrees with (7.29). In our model, since the electron correlation works only
among f-electrons, the contribution of f-electrons to the specific heat is enhanced
by k. From the above result, we conclude that the large coefficient of specific heat
y in heavy fermions originates from jx because of the coulomb interaction among
f-electrons. Actually, we can confirm this fact by calculating the second-order term
of the self-energy. In this case, when the bandwidth of f-electrons becomes narrow
and the density of states at Fermi energy becomes high in the unperturbed state, the
enhancement factor becomes large through the coupling constant p/ (0)U.
If we assume 7 > 1, we can derive the band of heavy fermions as follows.
Yk(w) can be expanded as
03y (w)
Jw

Yo (@) = X (0) + w —iAy, (7.38)

w=0

Ax = —ImXZy, (w). (7.39)
Substituting (7.38) into (7.28) and putting w = Ex* — i'k*, we obtain

1 | Vil? . | Vil
Ex'=—|Exo + Zke(0)+ ——— | = E e 7.40
k ?k[ ko + k()"‘Ek* ” k+Ek*—8k (7.40)
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Ex = (Exo + Zks(0))/ %, (7.41)

IViel* = | Vil* /7 (7.42)

Equation (7.40) represents the band of quasi-particles reduced by the factor 1/7x.
In other words, since the reduction of energy scale leads to the enhancement of
density of states, the specific heat is enhanced by a factor yx. The energy width of
quasi-particles I'y* represents the damping rate and is reduced as

I =z’ Ak > Aw/Fk (7.43)

(b) Magnetic susceptibility
The magnetization M is given by

M =pg Y 06— E"), (7.44)
ko
where we have assumed the Bohr magneton g and g = 2 for both f- and con-
duction electrons. The function 6 is the step function and Ey,* is the energy of a
quasi-particle in the presence of the magnetic field. The spin susceptibility xs is
obtained from (7.44) as

oM

Xs:B—H

= lim up Y 08(u — ECY—0E*/OH)| . (145)
=0 =0 o H=0

Using the eigenvalue equation, let us calculate 0 Ey,*/d H. Putting H, = o ugH,
we obtain the eigenvalue equation (7.28) for Ex, = Ex — H, and ey, = ex — H,:

[@ + i — Exo — Sko (@)@ + 1t — ko) — | Vi|* = 0. (7.46)

Keeping in mind that w depends on H, we obtain from (7.46):

0Ek;™ .
B 3;1 = —upolz %K) + 21, (7.47)
Xs(K) = X010 (K) + x4, (K), (7.48)
. (V)
@ =1 Hy |,y (7.49)
- 0%k (0)
311 (K) = H |,y (7.50)

Substituting (7.47) into (7.45), we obtain the susceptibility

Xs =2u8" Y [ (%K) + ok (0)]. (7.51)
k
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Fig. 7.2 Four-point vertex [y, (K;, Ka; K3, Kg).

kzO'l o ) ksd"

k10 e

Since the electron interaction works only among f-electrons, the contribution of
f-electrons to the susceptibility is enhanced by a factor ¥;.

Now we use Ward’s identity introduced in Chapter 5, which relates the self-
energy to the vertex functions

=70 = 111K+ Y o’ ()oK, KK, K). (7.52)
-

The vertex function [',, is defined by Fig. 7.2 and represents the renormalized
interaction between f-electrons. Using (7.33) and (7.52), we can represent y as

7 = xrt + 8, (7.53)
X1 =y ok 014K, (7.54)
k
S1r =Y o O (K K+ a; K+ 0. K)pirq” (0), (7.55)

kq

where we have introduced the anti-symmetrized vertex FMA in place of I';,. The
vertex ['112(K, K 4+ d; K + g, k) vanishes at g = 0 by definition.
Similarly, we can write

X1 =Y o 01,0
k

=" o O (K K+ 05 K+ 0, K)priq” (0). (7.56)
kq

The charge susceptibility j. is given by
Xe = p°O0) + x11 — X1y
=> 2O+ > ol O34 — 71, (K],
k k
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Fig. 7.3 The coefficient y of specific heat and the susceptibility x are proportional
to each other [4].

When the coulomb repulsion U between f-electrons is large, the charge fluctuation
of f-electrons is suppressed:

xrt = x1y =0. (7.57)
In this case the Wilson ratio Ry is given by

Qe +xa) _ 2
(xrr +810) (L +814/x11)

If we neglect 644, considering that FMA(k, k+qg;k+q, k) =0atq = 0, we obtain
Ry = 2.

As shown in Fig. 7.3, the specific heat coefficient y and the susceptibility x are
almost proportional to each other in the experimental results. For U = 0, Ry = 1.
Even when y and y are enhanced, Ry takes a value around unity. In the actual case,
the estimation of the Wilson ratio is not easy owing to the degeneracy of f-orbitals.

Rw = Xs/7 = (7.58)

(c) Resistivity
The electron interactions give the damping rate of quasi-particles, which is pro-
portional to T2. Although the T2 term should be seen in the resistivity at low
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Fig. 7.4 The relation between y and the coefficient A of the T2 term in the resis-
tivity. A is proportional to y2 [5].

temperatures, the value had been too small to be observed in experiments, until
the heavy fermion was found. The coefficient A of the T2 term in heavy fermion
systems is from 10* times to 10° times as large as that in ordinary metals. As shown
in Fig. 7.4, the coefficient A increases in proportion to y2. The T2 term is also
observed in the over-doped cuprate superconductors and the organic conductors.
Now we discuss the basic problem related to the T2 term of the resistivity.

When the electron interactions conserve the momentum, the electron collision
does not contribute to the resistivity. Now we calculate the conductivity oy, on
the basis of the linear response theory, and show that in a free electron system
the resistivity does not arise from the electron interaction. Here we use a periodic
Anderson model in order to apply it to the heavy fermion system, but it is easy to
discuss o, on the basis of the Hubbard model.

The current operator in the heavy fermion system is given by (7 = 1)

J =" et + ko ko + ViVidako ks + Cho ko). (7.59)
ko
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W+“’ % ¢

Fig. 7.5 Diagrams for the conductivity o. The second diagram contains the vertex
corrections.

where v/ = ViEx and v¢ = Viek. The conductivity o, 18 given by
o =Y 0,
ij
o™ = Y v lim ~Im Ko (@ +i8),  (7.60)
ko, Ko’ el

where components i, j mean f- or conduction electrons. The two-particle Green’s
function K ka,k/(,/(" N 4+ i8) is obtained by analytic continuation from the thermal
Green’s function K| ko.Ko (iw) (kg = 1).

The thermal two-particle Green’s function is written as

kka,k’d’(ij)(a)m)
1T _ . ‘ ‘
Z/ dre™™ (T { Ak V(1) Ay @(0) A Pt A V),
0
(7.61)

A, V(1) = e HENIT g, (D) p=(H=pNDT

where Ay, © = ¢y, Ak = ayy, @, = 2mmiT. The total conductivity can also
be written in the quasi-particle picture as

1
2 * * 13 * .
o =€ E Uk Uiy lim —Im Ky, o™ (0 + 08), (7.62)
8 ko, k'c’ : >0 w

where Ky, k™ is the two-particle Green’s function of quasi-particles. The velocity
of quasi-particle v;* is given by

et = VWE = 2 o + 2éuE + 2 Vil V%, (7.63)

M — &k

B! = Vk(Ex + Zk(0)).

Now let us calculate (7.61). Taking into account the singularities of Green’s
functions and vertex functions and carrying out the analytic continuations done by
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Eliashberg [6], we obtain

o
.. fo) ..
Koo i8) = ——— | de|th— K7,
ko Ko (@ +18) ami ) 8[ 7 K (¢, )
E+w & - e+ w .
th —th— ) K,(e, w) — th K;P(e, w) |,
+( T 2T) 2(e, w) o7 K (¢, )

(7.64)
y o 21
K D(e, 0) = g7, 0) + &P (e, 0) ) — / de'Tin(e, &' : w)
— 4mi
« g TTIN(E ) (7.65)

Here g; is given for @ > 0 by

8170 (e, w) = GRD(£)GRUD (e + w), (7.66a)
gz(ijji>(8, w) = GA(ij)(E)GR(ji)(S + ), (7.66b)
3 910(e, w) = GAD(£)GAUD (g + w), (7.66¢)

where R and A mean the retarded and the advanced Green’s functions, respectively.
Approximating Green’s functions by the poles near the Fermi surface, we obtain

21", 0) 2 {GHP (@) = alad(e — B +i8)7, (7.67a)
gz(ijji)(é‘, w) = GA(ij)(g)GR(ji)(g + )
~ izt 2 (e — Ex)/(w + 2iTy), (7.67b)
(e, w) = (g1 (e, )} (7.67c)
The four-point vertex 7}, in (7.65) contributes to the renormalization of the velocity,

except for T, possessing g sections on both sides. At 7 = 0, the vertex correction
Ak, 2(0) is given by

do’ : |Vil?
ko (0) kZ ari oo (K KNG @ e + P
3| Vi|?/ oK
L]’ (7.68)
(@ +p — &)

where ['yo/ (K, K') = Tyor (K, K'; K, K).
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I 4e—€
k'+q

Kk, x

k &’ k

k—q
Fig. 7.6 Self-energy diagrams giving the 72 term in its imaginary part. Solid lines
and broken lines represent the electron lines and interaction lines, respectively.

The left diagram is the second-order term in U and the right one is the general
diagram giving the T2 term in the imaginary part.

On the other hand, the momentum derivative of self-energy is given by

/

9%k (0) _ p L dw
o —éfrad(k,k)mq[wm (@) = Gie! (@7~

do' |Vie|?
= — ook, KNG ()| + ————— €
kzor / 77 Lo (K KGi! (@] |:Uk + P
9| Vie|? /0K
—_— | - oo (K, KNz (e — Ep o™ 7.69
P — > (k, K)zi’ 8(p — Ex™)wx (7.69)

K'o’

Using the above results, we obtain the electron current at 7 = 0:

=2’ (ka + AL(0) + Vk|Vk|2) + 2w’

H— ek
="+ Y foor (K KO — B, (7.70)
k'o’
The second term of (7.70) represents the back-flow term, and the interaction between
quasi-particles is given by

Foor (K, K) = 2k Toor (K, K3 K, K)zk (7.71)

At a finite temperature in the hydrodynamic regime the back-flow term is replaced
by the second term of the following equation:

i, 1 chTX(E/2T)
o) = 2e ;JK’LZT o+ 2T Jkv
+(1/2T)ch(Ex* /2T) Toa(K, K'; )

1 ) .
2° ; e 1 2iT )@ + 2iT™)

2’ . (1.72)
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(e)

Fig. 7.7 The second-order diagrams for the vertex corrections necessary to con-
serve the total momentum. Solid and broken lines denote the electron and inter-
action lines, respectively. These diagrams can be obtained by attaching the vertex
correction to each of three electron lines in Fig. 7.6.

In this case (T" # 0), we can put jx = vc* and consider hereafter the second term
of (7.72).

Now we discuss the vertex correction T»,. In Fig. 7.7, we show the vertex cor-
rections corresponding to the second-order term of self-energy, X, ?(e). These
three diagrams give the T2 terms in the same way as the T2 term of self-energy.
Here the T», term appears in the product with the g, section, and the 72 term in T»,
cancels out with the factor 1/2i ['y* which arises from the g; section. As aresult, the
vertex correction becomes of order unity. We therefore cannot neglect the vertex
correction due to the 77;, even at low temperatures. After some calculations, the
vertex correction Ay is determined by the following equations:

A“(e) ~ U? Z npk_q<0>pk/+q<0>pk/<0>%AH@),
“ (7.73a)
AP(e) > U? Z npk_q<0>pkf+q(0>pkr<0>%Am(s),
- (7.73b)
A(e) > —U? Z npk_q(O)pk/(0)pk’+q(0)%Ak/(—8)-
h (7.73¢)

If we do not confine ourselves to the U? term but include higher order terms,
the vertex correction is given by the diagrams shown in Fig. 7.8. These diagrams
correspond to the general diagram of the self-energy in Fig. 7.6. As a result, we
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Fig. 7.8 General diagrams of the vertex correction necessary to recover the
momentum conservation.

obtain the self-consistent equations for the vertex correction A(e):
Ax(e) = jk+ A“(e) + AP () + AO(e)

_ /o e! _ Ak—q(g) Ak/+q(8)
=+ Z Aok, KK +0q,k q){ 2Ak_q(e) * 2Ak4q(8)

Kq
_%}, (7.74)
where
Aok, KK + 0,k — @) = moxq” (0)pr1q” 0o O T + &7]
x [Fuz(k, Kik'+9,k—q)+ %(FTTA(k, KiK'+ 9,k — q))z] :
(7.75)
Ak = % %: Aok, K3 K +q, k —q). (7.76)
If we put
Py(e) = Ax(e)/2Ak(e) = Pr(—¢), (7.77)

(7.74) is written as
it Y Aok KK +0.k— q)[Prg + Priqg — B — Bl =0.  (7.78)
K'q
Finally, the conductivity (7.72) is given by
. Af (x) Ay
0,00 = ¢ jig. (— f ) X (7.79)
k

ox x=Eg* 2N

Here, if we assume a free electron system,

o, = kF, (7.80)
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since the momentum is conserved, we obtain
Py_q+ Pryqg— P — Pk =0. (7.81)

Substituting this result into (7.78), we obtain F' = oo. As a result the conductivity
0 (0) in (7.79) becomes infinite and the resistivity vanishes. Thus, we can correctly
derive the conductivity for a free electron system. The resistivity derived by this
procedure is correct.

Now we consider actual electron systems in a lattice. Taking the Umklapp scat-
tering into account, we assume

By g+ Praqg— P — Bk =) KiF, (7.82)

where K; is a reciprocal lattice vector. Substituting (7.82) into (7.78), we obtain
kK jk-k

QkZEZIE:KVK

jk o k. (7.83)

Using this result, we obtain the conductivity as
2

1 k
— = Jkv- (7.84)
2 3Kk

ou(0) = €Y 8(1 — E")jigu
k

This equation gives the resistivity proportional to 7% at low temperatures. Once a
Fermi surface is given, we can correctly estimate the 72 term of the resistivity by
calculating the Umklapp scattering process on the basis of (7.78) and (7.79):

1 1
2 N .
Ouy =€ S — Ex) Jkp s = Jko- (7.85)
" Xk: orex Ck

Here Cy is a numerical factor determined by the Umklapp scattering. The current of
quasi-particles j, = v* is reduced by the renormalization factor zx/ the same as
I'v* and Ei*. The density of states pc*(0) = 8(u — Ex*)isenhanced by 1/z¢/ owing
to the renormalization of E\*. From these renormalizations, the renormalization
factors in (7.85) cancel each other out and the conductivity (7.85) can be written
only by the physical quantities of the bare f-electrons. As a result the resistivity is
determined by the imaginary part Ak of the self-energy for f-electrons, which is
given by the T? term:

A T)? f f P I L L
A === e’ Ope! Opesa” O T (kKK +9, k=)
K'q

1
+ E(FTTA(k’ Kk + q, k — Q))z] (7.86)
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On the other hand, from (7.37), (7.52) and (7.57) the specific heat coefficient y is

given by

27'[2](]32
3

y = Y o O ( k+0; k49, k)
kq

+ T Ak K+ a3 K+, K)]oksg” (0), (7.87)

where we have assumed that the charge fluctuation of f-electrons is suppressed.

Comparing (7.86) giving the T2 term of the resistivity with (7.87) giving y,
we can show that when the spin fluctuation is localized in the real space and the
momentum dependence of [';, can be ignored, the Kadowaki—Woods relaltion
holds:

Aoyl (7.88)

The coefficient of (7.88), from (7.84), (7.86) and (7.87), is given by A/y? =
1/v?p? o 1/kg* and independent of the bare mass of electrons. This relation,
therefore, holds not only for f-electrons but also for general Fermi liquids.

7.5 Spin fluctuation and Fermi liquid

The periodic Anderson Hamiltonian reduces to the Kondo lattice where the localized
spins and conduction electrons interact with each other, when the mixing term | V|
is small compared with U and i — E/. The cuprate superconductors are also the
systems possessing strong spin fluctuations. Here let us discuss the relation between
the spin fluctuations and the Fermi liquid.

Let us consider an arbitrary operator O and two ground states |i) and |f).
Anderson’s orthogonality theorem says that for the matrix element (f] 0 |i) not
to vanish, it requires that the local electron number in the matrix element should be
conserved.

(a) Anderson Hamiltonian
The Anderson Hamiltonian discussed in Chapter 5 is written as

1
Ha = Zb‘knkg +E,; ana + —= Z(deoTCka + Vi*eko 'dy) + Unapng, .
ko o \/N ko
(7.89)

This model reduces to the s—d exchange Hamiltonian, when u — E4, U > A =

7p|V 2. In this case the s—d exchange interaction J is given by

J J 1 1
BT —k + ) (7.90)
2N 2N lw—E;l  E;+U—wu
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Here we have represented the localized orbitals as d-electrons. In the rare earth
metals, the localized orbitals are f-electrons.
The ground state of the Anderson Hamiltonian W, is generally given by

W, = Aggo + Aydy oy + Aydy o) + Asdyd) s, (7.91)

where A; is the coefficient of each state. The states ¢ and ¢, are the wave-functions
of conduction electrons corresponding to no d-electron and two d-electron states,
respectively. Although it is difficult to calculate ¢; and A;, we can discuss the
electronic state using the orthogonality theorem.

The essential term to gain the energy in the Anderson Hamiltonian is the third
term mixing the d-electrons and conduction electrons. If the expectation value of
the mixing term with respect to the ground state W, vanishes, d-electrons and con-
duction electrons cannot couple coherently and the localized spin and conduction
electrons fluctuate independently. To avoid this, the following expectation value in
the ground state should be finite:

(W | Hmix | W) = (Wy|d, ek + Cko 'dy | W)
f XJ: g g
1
=V Z {<A0¢0 T chc}L AU¢U>
cha —aP— > < oPo | —F—

i Am>}.

Since cp, = (1/+/N )chkg annihilates one electron, Anderson’s orthogonality
theorem gives the following relations among the local numbers of conduction elec-
trons corresponding to each component of W,:

<A2<ﬂ2

Z ko

A0§00>

Cko

+ <Aa<po

(7.92)

noe’ = Ngo + 1, (7.93)
nO—ac = na—ac = n—oac = nOaca (794)
Ny =N_go" — 1, (7.95)

n27oc = nfafac = naaca (7.96)
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where n;,¢ denotes the local conduction electron number with spin o for the
d-electron state i in (7.91). These are the necessary conditions for the ground
state. As a result,

Noo' = N_gg. — 1. (7.97)

This is the same equation as (4.56):
nooc == na—oc =3 (798)
noe" = Ny’ = —=. (7.99)

This result means that when including d-electrons, every component possesses
a half up-spin electron and a half down-spin electron around the impurity. This
is the same as that of the resonance orbital for the Anderson Hamiltonian with
m — Ed =U=0.

(b) Periodic Anderson Hamiltonian
Using f-orbitals, we can write the periodic Anderson Hamiltonian as

Hpa = Zeknka +E/ Zniaf +U anfnuf
ko io i
1 ‘ .
+—= > {Vifiolewe™ R + Ve frioe ™ R} (7.100)
7w 2! }
Here, to simplify the argument, we assume a separable case Vix = V f(K), and obtain

\/I—N > FKe Ry, = cio. (7.101)
k

The operator ¢, (cjs!) is the annihilation (creation) operator of the conduction
electron at site i. For the periodic Anderson Hamiltonian we can apply the same
argument as case (a) with respect to an arbitrary lattice point of the f-electron.
Writing a lattice point chosen arbitrarily as site 0, we expand the ground state as

W, = Aogo + Ay for 'y + Ay fo, oy + Asfor fo,Ten. (7.102)

The mixing term is rewritten using (7.101) as

Huix =V Y _(fio Cio + Cio fia). (7.103)

For W, given by (7.102) to be the ground state, it is necessary for the matrix element
(Wg|Hmix| Wg) not to vanish. The necessary condition can be obtained by the same
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argument as the Anderson Hamiltonian. As aresult, when the f-electron at arbitrary
site 0 possesses o spin, the local electron number possessing o’ spin, ny4, is given
by

How = —= (7.104)
Py (7.105)

As is seen in the Friedel oscillation, the spatial change of the electron distribu-
tion varies depending on each system. The local number of electrons denoted
as n,, means the deviation from the uniform distribution, irrespective of spatial
extension.

What is the difference between the periodic and impurity Anderson
Hamiltonians? In the periodic case every site possesses f-electrons and the neigh-
bouring local electron number 7, includes f-electrons at other sites than site 0.
That is electrons, which construct the singlet state with the central f-electron we
have chosen, include not only conduction electrons but also f-electrons at other
sites. The ratio of components and spatial extension of the distribution depend on
the system parameters such as U and V. However, one important thing is that as
far as the ground state is concerned, an f-electron and electrons surrounding it
always compose the singlet state. If we include the f-electron at the chosen site in
the local electron number, the spin of the f-electron should always cancel out with
neighbouring electron spins and in a sufficiently wide region the spin distribution is
spatially uniform. This uniform distribution holds for each component of the chosen
f-spin, which is true without taking the average over all the components. This fact
means that when the up-spin of the f-electron is fixed there remains down-spin in
the neighbour of the f-spin. The distribution of the down-spin is not uniform and
local in space. In conclusion, under the necessary condition of local spin conser-
vation, coherent mixing as in the Fermi liquid can be maintained. When coherent
mixing is destroyed, the separation between localized f-electrons and conduction
electrons occurs similarly to Mott insulators. Although the Hamiltonian conserves
the total spins as a whole, in the ground state spins should be locally conserved
everywhere as in the Fermi liquid. This condition is more strict than that required
by the Hamiltonian. In the periodic systems we can shift the chemical potential
and reduce by one electron at each site. By this procedure the electron distribution
changes from Fig. 7.9(a) to (b). As seen in Fig. 7.9(b), an f-electron always moves
accompanying a hole with the same spin around it. As a result spins distribute
uniformly as a whole.

We have stressed the important role of the mixing term in maintaining the Fermi
liquid. On the other hand, what is the role of electron correlation in the periodic



Spin fluctuation and Fermi liquid 145

(a)

(b)

W

Fig. 7.9 (a) The local electron distribution associated with localized up-spin and
down-spin f-electrons. (b) The electron distribution obtained from (a) by reducing
uniformly half up- and down-spin electrons. The f-electron and surrounding hole
conserve spins locally.

Anderson Hamiltonian? The electron correlation reduces the width of the band
constructed by the mixing term and enhances the electron mass. This effect re-
sults from the fact that the electrons move so as to avoid each other to reduce the
coulomb repulsive energy. Although the electron correlation is important in en-
hancing the electron mass, the energy gain originates from the mixing term. As a
result, the vanishing of the mixing term separates the Mott insulator from the Fermi
liquid.

(¢) d—p Hamiltonian and Hubbard Hamiltonian
The argument for the periodic Anderson Hamiltonian can be directly applied to
the d—p Hamiltonian, by replacing f-electrons and conduction electrons with d-
electrons and p-electrons, respectively. As aresult, in the ground state of the normal
state, d-electrons construct the local spin singlet states coupling with surrounding
d- and p-electrons. In the Hubbard Hamiltonian, each electron composes a local
spin singlet state by coupling with the neighbouring electrons in the ground state.
Hence, the strongly correlated Fermi liquid state is nothing but the resonating
valence bond (RVB) state in metals. From this point of view, it seems to be a
simple and correct strategy to study the effect of electron correlation on the basis
of the Fermi liquid. As a result it is natural to consider that high-temperature
superconductivity originates from the electron correlation between d-electrons.
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8

Transport theory based on Fermi liquid theory

Starting with the linear response theory, we derive the transport equations for the
conductivity, Hall coefficient and cyclotron resonance. In the derivation, the impor-
tance of the vertex correction is stressed in recovering the momentum conservation.
In the lattice system the Umklapp scattering plays an essential role in transport
phenomena.

8.1 Conductivity

The transport equation for a degenerate system of Fermi particles was derived by
Eliashberg [1]. Let us introduce the general formula of the conductivity starting with
the linear response theory [2] (Appendix D). By using the result in Appendix E
derived by Eliashberg [1], the conductivity o,w(w) is given by

(@) = Z 1 cosh™?[(ex* — w)/2T] .
v
(@) = 2| ™ T T wraipe ke

1 cosh™?[(ex* — )/2T 1 Toa(K, K'; @) ¥
+ = sz k“2 K 22 Zevy (s

20 T (@ + 2i p )@ + 2i yie*)

8.1)

where e*, vk* and z¢ are the energy, the velocity and the renormalization factor
of quasi-particles, respectively. In this chapter we put the damping rate of quasi-
particles yi* as

yk* = —2ZIm Ek(O). (82)

147
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In the hydrodynamic region where wt = w/»* < 1, the electrical conductivity
is given by

e 1 of
0u(0) =0uy == Y — Vi Ak, (8.3)
" Q4o \ v )
z T (K, K)z¢
Ak =t + Y =, (8.4)

Here we have used the relation

1 N A of
ﬁcosh ( T >_ <—£ g:gk*‘ (8.5)

For the static conductivity the imaginary part of Ty, contributes to the vertex cor-
rection, as discussed in the previous chapter. Without any Umklapp scattering the

electric current is conserved even in the presence of electron—electron scattering.
In this case we have no resistivity even at finite temperatures. To derive this result
from (8.3), we have to take the vertex correction into account not to violate the
Ward identity [3].

In actual lattice systems, we can correctly obtain the coefficient of the T? term
of resistivity, by taking the Umklapp scattering into account [3-5].

8.2 Optical conductivity

In the collisionless regime y*/w < 1, where y* oc T2, the optical conductivity
is obtained from (8.1). For our purpose we need only the real part of T (K, K'; w),
which is given by

eF—-pto e’ —
Re Ty (k, K;w) = {tanh (%) — tanh( k2_|_ ,u)}

x ReT'(Kk, K'; w). (8.6)

From (8.1) and (8.6) we obtain
ie 1
w+i18 Q .

ow(w) = {Uku*vku*(s(ﬂ — &)

+ D R K v, "8 — &) (. — Sk'*)}
k/

ier 1 . .
= 55 O Ve T8 — ), (8.7)
k
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where
f(k,K) = zz Tk, K), (8.8)
and

Jo® = v+ D F K K)ve, "8 — e (8.9)
k/

The second term of (8.9) represents the back-flow due to the quasi-particle interac-
tion. Equation (8.7) can be obtained also by the following derivation [4, 5]. Here we
write kK = (K, w) for simplicity. To obtain the linear response to the vector potential
A, the total current operator is defined by

eZ”’ A,, (8.10)
where
o= vetite _ O (8.11)
— ’ Ak,
and
328k
" =Y —— ¢l 8.12
Euv Xk:akﬂaku k G (8.12)

The optical conductivity is given by

e 1 d*k  9%e
v = Kw Gk @0 s N
o(w) w—i—iS(l . (a)—|—|5)—|— (2n)48k oK, ()e' ) (8.13)
where K, (w) is defined by
Ku(w) = I§/ (0]TD,.(t)d,]0)exp(i wt)dt, (8.14)

and corresponds to the uniform limit k — 0 of the current correlation function
K ,.v(K). In terms of the vertex function A(K', k), K ,,(K) is given by

[ d*k’
Ko (K) = _'_ Gy e OK HK/2GK kALK K. (815)
The vertex function satisfies the following equation:

/ d4k// O/ L
Au(K, K) = v, — |f(2 KD

x G(K' + k/2)G(K" — k/2)A (K", K), (8.16)
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where I'9(k, k') is the irreducible four-point vertex function. As is well known, in
the limit k = (K, @) — 0, the product of the Green’s functions G(k’ + k/2)G(k" —
k/2) behaves irregularly:

GK +k/2)G(K —k/2)

K- ve*
= GK) + 271 2> —— X 5(u — ™)), (8.17)
w—K-v*

In particular, between the w-limit (K/@ = 0) and the K-limit (k/w = c0) of (8.17)
we obtain the relation

(G2} — (G} = 2miz5(1 — ec™)d(w). (8.18)
On the other hand, the derivative of the self-energy is given by

417
k) _ / MO )G (K, o)
3k, (2m)* 9k,

. [ d*K IZ(K, )
=—i | —TO%, KGK}*[ vy + ——— .
f(zﬁ S
(8.19)
Comparing this equation with
A k K') = ; d4k// F(O) K. kK MG(K" 2 kA k k" 8.20
w (K) = vy, —1 2y (K, KOG AL (KD, (8.20)
which is derived from (8.16), we obtain the relation
X (K, o
AKK) = v, + M, (8.21)
3%
hence
vt = ze ALK K. (8.22)
Using the above results, we obtain the K-limit of K, (K), as
i d*k’
Kwk:__ " Gk/ZkAvkk/
, 9/(277)4”“{ (K1RAKK)
i d*k’ 0
=— | — v, —GK
Q / 2y Wi C0)
i d*k’ duy
. K Gk, (8.23)

Q) @) ok
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Substituting (8.23) into the second term of (8.13), we obtain

i€ :
0(@) = ——=(Kju(@ +i8) - Ky ). (8.24)
Thus, the effective mass M’ in the Drude weight, defined by
n
Re 0, (w) = 7€ (—) 5() + Oipe, (8.25)
m/ 73y
is given by
n
(W),w = K® — Kok, (8.26)

To estimate (8.26), from (8.16) we obtain

. d*k’
AR = AKK) — i / G KY{GK} — {GK)FIAMK). (8.27)

Thus we obtain

2 AL (K) = v + Y TR KW, "8 — ee™) = i (8.28)
k/

where f(k, k) = zz/T'“(K, k).
Since we have

1 d*k’
K = K+ / St A HOCIOR” — (BHPIAK).  (8.29

we finally obtain

n 1 .
() .= 3 > v "800 = ) (8.30)
Equations (8.28) and (8.30) agree with (8.9) and (8.7), respectively. In strongly
correlated electron systems the vertex correction reduces the Drude weight.

In Galilean invariant systems, j,* = vx = k/m. When dvy,, /dk, = §,,,/m, from
(8.23) we obtain

Sy 1 d*k’ n
K= 22— GK) = ——38,,. 8.31
a mQ/) Qn)¢ ) m " (831)
In this case the sum rule
o e, ne?
/_Oo Rea,w(a))da) = ?(81;,\;) = T(SMU (832)

is satisfied with the Drude weight, hence K,,,* = 0.
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In the general case, the lost weight in the coherent part is transferred to the
incoherent part:

<%) . (%) _ _% foo de/ >0, (8.33)
v v -

oo

where we have defined the effective mass in the total weight:
n 1,
(), = @)

8.3 Hall conductivity

A general expression for the Hall conductivity was derived from the Kubo formula
by Kohno and Yamada [6]:

e 9 Ay 9 Ay 1 of
w=—H A L Ak [ —— . (8.34
o= S [ e e, Jog L ()

where the current Ay, is given by (8.4) and includes the vertex correction Tp;.
Equation (8.34) is exact as far as the most divergent terms with respect to (3*) ™!

are concerned. The damping rate y,* is the smallest scale in a Fermi liquid. When
a magnetic field is applied along the z-axis, we can put 4 = X and v =Y.
On the other hand, the Boltzmann equation gives

e LOu™ vt . of
%=€Hz Xk:[vku i }vkﬂ <_5>e=gk*’ (8.35)

where 7 is the relaxation time. If Ay is proportional to v¢*, i.e.,

Akp, = vkﬂ*a(k), (836)

we can define a transport relaxation time 7 by

a(k)
Ty = . (8.37)
2m*
If (8.36) and (8.37) hold, (8.34) reduces to (8.35).
The Hall coefficient is given by
— 1
R— O (8.38)

Gxxayy - nyayx H

Here we assume the weak field limit, where w.t < 1, w. being the cyclotron fre-
quency and 1 the electron mean free time. When we retain only the terms up to the
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first order in H, in the prefactor of (8.38), we obtain

oy’ 1
R= W R (8.39)
Here we write the term H™ as aw(m).

Thus the Hall coefficient R takes a constant value independent of H and tem-
perature T in the ordinary Fermi liquid. It should be noted that the current Ay,
including the vertex correction gives finite contributions through (8.34). In some
systems such as the cuprate superconductors, antiferromagnetic spin fluctuations
are strong. In these cases the resistivity shows the T-linear term in the temper-
ature dependence. Corresponding to this behaviour the Hall coefficient depends
on temperature through the momentum derivative of Ay, in (8.34). In Chapter 9,
we discuss the Hall coefficient in high-T, superconductors. In this case the vertex
correction plays an essential role in explaining the temperature dependence of the
Hall coefficient.

8.4 Cyclotron resonance

In strongly correlated electron systems, Kohn’s theorem [7] concerning the cy-
clotron resonance is well known and says that the frequency of the cyclotron reso-
nance is not affected by the electron—electron interaction, when the mutual electron
interactions conserve the total momentum, as seen in free electron gas. However,
the momentum conservation is violated by the Umklapp process in the usual lattice
systems. Now let us consider the effect of the electron correlation on the cyclotron
resonance in lattice systems [8].
For the cyclotron resonance we consider the following correlation function:

Ky R(w) = —i/ O)([-(), j+(O)])e“dt, (8.40)

where j+ = jx £1i]y raises the Landau quantum number by unity. Equation (8.40)
can be rewritten as

; 2
KR =Y 2wno| (¥l J+[¥0) | 8.41)

(@ +18)? — wno®

n

where 6 is a positive infinitesimal. The state [i,) is an exact eigenstate of the
many-electron system; |1) is the ground state. wpg = En — Ep (h = 1), Ep, being
the energy of an eigenstate denoted as n.
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Now, writing p = (p, w) and kK = (q, »), we put

gi1(p; k) = GR(p + KIGR(p),
%(p; k) = GR(p + KGA(p), (8.42)
g (p; k) = GA(p + KGA(p).

The singular term @, is written in the Fermi liquid theory as

27i12p*8(e — ep*)
w—v-q+2iyy*

R(p: k) = (8.43)
where v* = dep*/0p and yp* is the damping rate of the quasi-particle. The irre-
ducible vertex correction is written as

TOp, p'1k) = TnO(p, p':k)

/

_ 8/+w_ 8_ k /. B /.
= (tanh T tanh 2T) (p, pPs K +iT(p, p’; k), (8.44)

where I'¥(p, p') is a real quantity and independent of ¢, &’ and k for small values
of ¢ and ¢’. Here we use the relation

tanh[(e + w)/2T] — tanh(e/2T) ~ 2ws(e), (8.45)

and the imaginary part i T'(p, p’; K) is ignored in the discussion on the cyclotron
resonance (see Section 8.2).
Thus the total vertex correction connected to g, sections on both sides is written as

/ /

T anh 8—) r'(p, p;K), (8.46)

T(p, p; k)= (tanh T T

where [',,/(p, p’; K) satisfies the following equation:

oo (P, P':K) = Too®(p. P)+ D Toork(p. p)

p// o
s

— quﬂa(u — e Tore (P’ P3K).  (8.47)

X .
w+id—v

Using the relation between I'* and I', we obtain

1%

Cor (B B3k = o (P B+ 3 P (0. ) T
X 2y ?8(1t — ey Mo (P, P'3 K. (8.48)
Now we define the following functions:
0= wzp’8(u — p") /(0 +18 — v* - q), (8.49)

g="-q/w)g. (8.50)
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Equations (8.47) and (8.48) can be written as

I =Tk +*r = r*+ rgrk, (8.51)
I =T°+T°gr =T +Tgre, (8.52)
rk=r®—-r°g- grk (8.53)

Now we consider a situation in which an oscillating electric field (microwave) is
applied perpendicularly to the uniform magnetic field. In considering the cyclotron
resonance, the Landau quantization of quasi-particle states should be taken into
account. In this case we replace the @, section as

271 2p?8(e — )
a)+ |8 - wc*(pz)’

where w.*(p;) is the cyclotron frequency eH/m*(p;)c. The cyclotron mass of
quasi-particles is defined by

(PN —>n+1,0) = (8.54)

1 08, py)
2H ade ’

e=p

m*(p,) = (8.55)
S(e, p;) being the area of the cross-section of the constant-energy surface by the
plane p; = constant. The notation N — N 4 1 means a transition to the Landau
level with higher quantum number by unity. That is, the particle-hole pair has a
different Landau quantum number by unity. This transition is induced by an external
oscillating electric field, which couples to the quasi-particle current density.

If we neglect the magnetic field dependencies except those existing in the sin-
gularity of the g, section, the vertex functions satisfy the following equation:

Loo(P, P'sn— N+ 1, w) =Toer (P, P)

wc*(p//z) 2
+ F(T(T//w ) /! N Zy 8 — & //>,<
2 Taor (P B s i 22 O~ o)
X Lorg (P, Psn— N+ 1, w). (8.56)

If interactions between electrons are unimportant, the orbits at which the cyclotron
frequency w.*(P,) has its extreme values with respect to p; are likely to determine
the resonance frequencies. The resonance condition for interacting electron sys-
tems is expressed as an integral equation which is homogeneous with respect to a
vector A p:

25 _
S 2= ) g ). {(w — 0 (P)Ap

7 ©— c*(Py)

— 3" Toa®(p, PIZy*8(1t — g,,,)wc*(p;)Ap,} =0, (857
po’
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where Q(p) is the renormalized vertex coupled to the external electric field and
connected to a g, section on the other side. Since we have assumed that the electric
field is in the plane perpendicular to the uniform magnetic field, Q(p) is a two-
dimensional vector on this plane, and A is also some two-dimensional nonzero
vector. In an isotropic electron gas w.*(p) is independent of p,i.e.,w.* = eH/m*c
with an isotropic effective mass m*, and the resonance condition reduces to the
following much simpler equation:

0= {1 + ZFm/”(p, P)Zp 81 — ep)(P - p’)} wc". (8.58)

p/,U/

The same equation as (8.58) with the corresponding phenomenological interaction
function of the quasi-particles can be derived from the quasi-classical Boltzmann
transport equation on the basis of the phenomenological Landau Fermi liquid
theory:

1
w= (1 + §F15> .~ (8.59)

where F;° is the first harmonic of the spin-symmetric sum of the function
ZpFZFM/‘”(D, PIN(w), N(u) being the density of states of quasi-particles at the
Fermi energy.
In a Galilean invariant isotropic system the effective mass of the quasi-particles
is given by
m* 1 Fls
™= + 3

(8.60)
The term F;5/3 comes from the back-flow. As a result the resonance frequency
is given by w, = eH/mc (m is the bare electron mass) and contains no effect of
electron—electron interactions. Thus Kohn’s theorem in Galilean invariant systems
has been proved on the basis of the Fermi liquid theory. For Bloch electrons on a
lattice, on the other hand, Kohn’s theorem no longer holds owing to the Umklapp
processes. In both cases, it is important to treat the vertex correction properly, and
in Galilean invariant systems the momentum conservation is recovered by the back-
flow term. Although we have given a general formula to determine the cyclotron
resonance frequency, it is difficult to predict the value of the resonance frequency
in real systems.

In order to discuss the effect of lattices on the cyclotron resonance frequency,
Kanki and Yamada have made some calculations for the Hubbard model on the
square lattice [8]. They have found that near the half-filling case in this model,
Umklapp processes make the back-flow a backward flow in contrast to a forward
flow in the Galilean invariant systems. In this case a kind of effective mass in
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the electron transport is enhanced for a part of the Fermi surface even from the
thermodynamic effective mass of the quasi-particles.

In general we expect that Umklapp processes tend to reduce the cyclotron res-
onance frequency from that of non-interacting electrons, in contrast to Kohn’s
theorem [7].

8.5 Magnetoresistance

Now we apply the Fermi liquid theory to the calculation of the magnetoresistance
under the magnetic field along the z-axis.

When we discuss the transport phenomena, we use the Boltzmann equation
in which we usually assume a constant relaxation time. The relaxation time is
approximated by the lifetime of quasi-particles:

1/t = —2Im 2 R(0). (8.61)

By the relaxation time approximation (RTA), the magnetoconductivity Aoy, R™ is

given by

Aoy K" Hz— — {(Uk X &) - V2rue))? (2), (8.62)
Fs |Uk|

where €; is the unit vector along the magnetic field. In the above equation we have
a term which arises from the k-derivative of 7y, in contrast to the expression for oy
in (8.395).

Based on the Kubo formula, we can reformulate the expression for Aoyy so that
it does not violate the momentum conservation and gives the 73 term correctly. The
derivation has been done by Kontani [9], although it is not easy.

The final result obtained by Kontani is the following:

Aoy, = —H?. ¢ OI—S‘id L.(K)D, (K), (8.63)
4 Jes okl w
B d d A (K)
d.(k) = (”X(k)a_ky — vy(k)@) . (T) , (8.64)
D,.(k) = Z &G (e")Pdyu(K) + d,u(K)
—% /—Tzz(k0|k’0)— M(k’) +d,(k), (8.65)
Fs |vk]

where SEFSdS( represents the two-dimensional integration on the Fermi surface.
Equation (8.63) is of order y > o 7%, as expected. Both D, (k) and d, (k) are
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real, since Ty, is purely imaginary for ¢ = 0. If we neglect the vertex correction
arising from Ty, in (8.65), we obtain the result (8.62) given by the relaxation time
approximation.
If the fourfold symmetry around the z-axis (€, || B) is assumed, we obtain
4
Aoy = —H?- il d%
4 Jrs loklw
where d; = (dy, dy) and D; = (Dy, Dy).
The Nernst coefficient and magnetoresistance in high-T. superconductors are
well explained by Kontani [10].

d, (k) Dy(k)/2, (8.66)

8.6 Concluding remarks

In this chapter we have shown the important roles of vertex correction. In particular,
the Umklapp scattering originating from a crystal potential plays an important role
in strongly correlated electron systems. For example, in Section 8.2 we have shown
that the Drude weight is much reduced by the quasi-particle interaction. Relating to
this fact, the London constant equal to the inverse square of the magnetic penetration
length A at T = 0 is given by [11]:

_ 2 _ dS( * 1ok
Ay = 1/007° = eZ/FS prT TR k), (8.67)

where ] is given by (8.9) and reduced by the Umklapp scattering. Thus, the London
constant A becomes small in the strongly correlated systems. This fact is essential
to the understanding of the small value of A in the under-doped cuprates. The
small value of A in cuprates can be attributed to neither small superfluid density Ng
nor large effective electron mass m*, although the so-called Uemura plot is often
explained as small ng.
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9

Superconductivity in strongly correlated
electron systems

In various strongly correlated electron systems, anisotropic superconductivities
originate from the coulomb repulsion. Here we explain the mechanism on the basis
of the Fermi liquid theory.

9.1 Cuprate high-temperature superconductors
9.1.1 Model Hamiltonian

In the cuprate systems, in which the superconducting critical temperature 7, reaches
up to 150 K, the main part in the essential role of realizing the superconductivity
is played by the copper-oxide plane, CuO,. This plane changes from an insulating
state into a metallic state by the doping of holes or electrons. The crystal structure of
the CuO, plane and the phase diagram are shown in Figs. 9.1 and 9.2, respectively.
To describe the CuO; plane the d—p Hamiltonian is used:

H= &d Zniad + ng(k)kaTpko
i,o k,o

+ Z(dekanko + V¢ Pro ko) + U annu, 9.1)
ko i
el = 222 — coskya — cos kya). 9.2)

Here d-electrons with energy ¢, and p-electrons ¢, (k) hybridize through the transfer
matrix vy between the d- and p-orbitals situated at neighbouring Cu and O sites,
respectively. The distance between Cu and O sites is denoted as a/2. These CuO,
planes are connected by the doping layers stacked along the c-axis. In the d—p
Hamiltonian only the coulomb repulsion U is the many-body interaction. As a
result the magnetism and the superconductivity arise from the coulomb repulsion
U. The Dyson—-Gor’kov equation for the d—p Hamiltonian is written only by the

159
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Fig.9.1 CuO; plane in the cuprate superconductors. Open circles and closed circles
represent O atoms and Cu atoms, respectively.

Fig. 9.2 Phase diagram of the cuprate superconductor as functions of temperature
T and doping x. La;_, Sr,CuO,4 and Nd,_, Ce,CuOy are hole doped and electron
doped systems, respectively. This figure was provided by T. Uefuji.
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d-electron Green’s functions, and the p-electron Green’s functions are included
implicitly in the d-electron Green’s functions.

When we consider the superconducting state, we can use the Hubbard
Hamiltonian possessing nearest and next nearest neighbour transfer integrals ¢ and
t’. The transfer integral ¢’ effectively represents the transfer integral between the
p-orbitals situated at the neighbouring oxide sites:

U
H= ngakaTakU + N Z Ak—q1 A 1qy ' ar  ary, 9.3)
k,o k.k'q
ek = —2t(coskya + cos kya) + 4¢' cos kya cos kya — . 9.4)

Here we have included the chemical potential u. Hereafter we put 2¢ = 1 and
t'=0.1~0.4z.

As is shown in Fig. 9.2, the critical temperature 7, possesses a peak around
8 >~ 0.15. The region around the peak is called the optimally doped region. The
region doped more than the optimally doped region is called the over-doped region,
and the region less than that is called the under-doped region.

9.1.2 Resistivity

We discuss the normal state above 7. on the basis of the Fermi liquid theory.
As shown in Fig. 9.3, the electrical resistivity shows a temperature dependence

Fig. 9.3 Resistivity of the cuprate superconductor Tl;Ba,CuOgs. The hole doping
increases from A to E. The temperature dependence of the resistivity changes from
a T? term to a T -linear term with decreasing doping [1].
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from T2 to T-linear behaviour with decreasing doping [1]. This behaviour can
be explained by the electron—electron scattering due to the antiferromagnetic spin
fluctuations [2].

The dynamical susceptibility in high-7; cuprates is given approximately by

x(q, )= xo/(1 +£*q — Q) —iw/wy), (9.5)
0 =(m,m),

where & and wj are correlation length and frequency of antiferromagnetic spin fluc-
tuation, respectively; g is the staggered susceptibility at @ = 0. Here the following
relations are realized in high-T; cuprates: xg o &%, ws < €72 and £2 o« T~'. We
adopt the magnetic interaction, which is given by

C(p.ens P, 63 q. ©n)
=T'(q, on)
= g°x(q, ®n)
=" x0/(1 +£%(q — Q) + |wn|/wy). (9.6)

Here g is the coupling energy. The Fermi surface is given by g = 0, and is shown in
Fig. 9.4. The electron energy &y, is assumed to be given by (9.4) witht = 0.5eV and

Fig. 9.4 The Fermi surface of cuprates is shown in the first Brillouin zone
(£m, £m). The parts near (;r, 0) and near (w/2, 7/2) are called hot spots and
cold spots, respectively.
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t' = 0.45¢ to reproduce the shape of the hole-like Fermi surface. The self-energy
is calculated as

Sk, e0) =T Y Gk —q,e0)X(q, &0 — £n)- ©.7)

n.q

By the analytic continuation, we obtain

Im =Rk, ¢) = — g* Z/ |:coth ( 2_T8> — tanh (;—T)] ImGR(k —q,¢")
x Im xR(g, e — ¢). 9-8)

Here we assume that the temperature 7', the frequency ¢ and the energy scale of spin
fluctuation wg are all much smaller than the bandwidth D; that is, T, ¢, ws < D.
Under this condition we obtain

2 2
g dq €

Im xRk, &) = — ?ngs/ —{ log [1 + —2]
F wq

s (27)? | vk |
2
+ il tan™! [n—l} } (9.9)
wy 4 wy
w; = (1 + &g — Q). (9.10)

In (9.9), the integration is carried out on the Fermi surface gx_4 = 0. The real part
of the self-energy transforms the Fermi surface and is given at 7 = 0 as

Re TRk, &) = —g? Z/ [COth( 5T 8) Re GR(k — ¢, ¢)Im xR(g, e — &)

— tanh (28_T> ImGR(k — ¢, ¢)Re xR(q, ¢ — 8/)]

awsg? 1

= — |:2(8k_q — ¢)log (2%2)4_8) + ané(sk_q)},
q

2 4 wg? + (ek—qg — €)?

9.11)

where 6(x) = x/|x|. The transformation of the Fermi surface due to the spin fluc-
tuation is shown in Fig. 9.5. The antiferromagnetic spin fluctuation transforms the
Fermi surface to approach the antiferromagnetic Brillouin zone. The conductivity
o0, 1s given by

2 [_dk ! af *J 9.12)
y = — v Vs .
G = ) @ | 2am R e \de ), | "

dk’ 7Ttk — K, 0)zy o 9.13)
(27)2 4i(—Im TR(K', 1)) Vv '

ka = vkv>’< +




164 Superconductivity in strongly correlated electron systems

Fig. 9.5 The transformed Fermi surface for £ = 0 (dot-dashed line), £ = 2 (dotted
line), & = 4 (dashed line) and £ = 6 (solid line), respectively. wy = SmeV. As &
increases, the Fermi surface approaches the antiferromagnetic Brillouin zone.

Fig. 9.6 The momentum dependence of the mean free path. The lower and upper
curves correspond to under-doped and over-doped cuprates, respectively. Here
6 = tan~! (ky/ k). The under-doped case shows strong anisotropy.
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Fig. 9.7 The temperature dependence of the in-plane resistivity. Three curves
from upper to lower correspond to under-doped, optimally doped and over-doped
cuprates, respectively. The inset shows the in-plane resistivity for under-doped
cuprate without the transformation of the Fermi surface.

where T3, is the vertex correction. Thus we obtain the mean free path shown in
Fig. 9.6 and show the temperature dependence of the in-plane resistivity in Fig. 9.7.
In the under-doped case the mean free path at the hot spots near (i, 0) or (0, )
becomes short, as shown in Fig. 9.6.

Now we consider the c-axis resistivity. For the cuprates the momentum de-
pendence of 7, along the c-axis is important in understanding the temperature
dependence of p.. It is obtained by the band calculation [3] as

cosk.a — coskya 2
t X . 9.14)

2

In this case the mean free path is given by Fig. 9.8 and the c-axis resistivity is given
by Fig. 9.9. As is seen, the c-axis resistivity becomes insulating in the under-doped
region at low temperatures. This is because the c-axis transport is determined by the
hot spot region owing to (9.14) and the mean free path near the hot spots becomes
short in the under-doped systems.



166

Superconductivity in strongly correlated electron systems

Fig. 9.8 The mean free path along the c-axis for the under-doped cuprates. Here
6 = tan~!(k,/k,) and c is the lattice spacing along the c-axis.
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300.0

100.0 T(K) 200.0

Fig. 9.9 The resistivity along the c-axis. From upper to lower the curves corre-
spond to under-doped, optimally doped and over-doped cuprates, respectively. The
discontinuity in the upper curve is due to a numerical error.
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9.1.3 Hall coefficient

Now we discuss the Hall conductivity. According to the Fermi liquid theory derived
by Kohno and Yamada [4], the Hall conductivity is given by

aJ, aJ, 2 9
oy =25 H/ . [ka by Tk Jky] . ( f)
(2m) Ak, 2(y*) e ) o,

e dk dJx . af
= —2ZH/ an ) (Jk 8k||> vy |7(2)/k*)2 (—£>8:£k. (9.15)

In the second expression k| is tangential to the curve of the intersection of a constant
energy surface with x—y plane perpendicular to the magnetic field (i.e., k| is parallel
toe, x vy)and k| is perpendicular to a constant energy curve in the plane. Here Ji,,,
which was written as Ay, in the previous chapter, includes the vertex correction
and is given by

g dk’' 2mizyd(e’ — ep*
Jiw = Vi / 2T O ke; e’ ( k )Jk/ﬂ- (9.16)

dwi | 2n)3 2iyp*

If we approximate —df/de = §(u — &), the integration over k; cancels with the
factor |v, *| and the Hall conductivity (9.15) is reduced to the form [5]

3 dk.dk 0 '
Oxy = —26—H/ 2% J x —J Ck
2¢ Jps @) dky /. Qy*)?

3 dk.dk 30 2
e Hf | 12090 e 2k
F

J b
s (2m)? I ok Q)

9.17)

C

where§; = tan™! (Jy/Jx). Inan anisotropic system on a lattice, the vertex correction
arising from the quasi-particle interaction (9.16) cannot be reduced to a momentum-
independent factor. The current J is not in the direction of v* unless the momentum
is at symmetric points or at the Brillouin zone boundary. As a result the vertex
correction affects the Hall coefficient significantly in strongly correlated electron
systems.

Now we discuss the effect of vertex correction on the Hall coefficient using the
actual model appropriate to the cuprate system [5]. We consider the nearly anti-
ferromagnetic Fermi liquid model. The effective interaction Vig(q, w) is given by

Verr(g, ©) = g°x(q, ), (9.18)

where x (g, w) is given by (9.5). Using (9.18) and (9.5), we approximate the imag-
inary part of the self-energy by the lowest-order term with respect to the exchange
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of spin fluctuations as

A’k Im xRk — k', — &)

2 * __
@7 Ginh (L o )
T

=7 2/ . o) 0).  (9.19)
=8 ) @n e o, Qwy + )

Im Rk, ¢ = 0) = g?

This corresponds to (9.9). Here @, = wy(1 + £%(g — @)%) and p_4(0) is the spec-
tral density at u. Using (9.18), we obtain the vertex correction 75, in (9.16) as
/ /
Ty Oke = 0,k'e’) = —4igzw. (9.20)
sinh(¢’/T)
Thus, the integral kernel in (9.16) possesses a sharp peak around k — k' = +Q and
combines quasi-particles near the hot spots.

We show the solution of the integral equation (9.16) schematically in Fig. 9.10.
We can see that vectors J and v are not parallel but take different directions. As
is seen from (9.17), when the momentum variable moves along the Fermi sur-
face, the sign of the contribution to the Hall conductivity is determined by the
momentum derivative of the rotational angle 8;. If we neglect the vertex correc-
tion, the velocity of the quasi-particle v* is perpendicular to the Fermi surface

0,m) BZ (7, 7)

Fermi
surface
BZ
XY o _
) ' mpz” .
0,0) x0)

Fig. 9.10 Schematic behaviour of Jj and v. J is not perpendicular to the Fermi
surface. (d6y/dk;) < 0 on the XY line and (d6;/dk;) > O on the Brillouin zone
boundary.
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and the Hall conductivity is determined by the curvature of the Fermi surface,
K = 036,/0k;. When we take the vertex correction into account in the presence
of antiferromagnetic fluctuations, it gives a contribution with opposite sign to
the curvature, when sgn(d6;/dk|) = —sgn(d6,/dk;). Approximately with respect
to the boundary given by the antiferromagnetic Brillouin zone (MBZ), the in-
side part gives a positive contribution to the Hall conductivity and the outside
part gives a negative contribution, although the curvature of the Fermi surface is
hole-like.

The results for the Hall coefficient are shown in Fig. 9.11. For the electron doped
system the Hall coefficient becomes negative, since the outside part of the MBZ
increases owing to the electron doping, although the Fermi surface is still hole-like
everywhere [5].

As shown by the above argument, in the region where the antiferromagnetic
correlation develops, the Hall coefficient increases in proportion to £2, & being
the antiferromagnetic correlation length. Thus we can understand that the Hall
coefficient increases with the development of the antiferromagnetic correlation at
low temperatures.

The contribution of the vertex correction to the electrical resistivity p increases
the resistivity since the correction reduces the current J to a smaller value than v*
around the cold spots. This is shown in Fig. 9.12.

In the same way we can show that the magnetoresistance Ap/p is approximately
proportional to £4p~2 in the presence of the AF fluctuations using the expression
(8.66) [6]. The coefficient £* violates Kohler’s rule drastically in nearly antiferro-
magnetic Fermi liquids such as cuprates.

9.1.4 Nuclear spin lattice relaxation rate
The nuclear spin relaxation rate is given by the linear response theory as

1

1
— =keT(g,1,)° ) |A@)P [—Imx+‘(q, w+ia>] : ©.21)
1 q w w=0

where A(g) is the hyperfine coupling constant, and 1, and g, are the nuclear Bohr
magneton and the g-value, respectively. The transverse susceptibility x (g, o +
i8) is defined by d-electron spins as

xT (g, 0o+i8) =i / dte! TS, (1), S, (0)]), (9.22)
0

St =) dirdisgy. (9.23)
k
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At low temperatures we obtain

[élm X" g o+ i6>] B ; Pk (0)0r1g O Arsqg (O, (924)
Akkig0) =1=T Y Ty (k+q, kK +q)Grigr (i)Gr (i),
" (9.25)
The coefficient A of the T? term of resistivity is given by [7]
Ao Y o000k 19 () oirg O+ (e, K + g3k + g, k). (9.26)
k.q.k'
If the ¢ dependence of I'y | in (9.25) and (9.26) is weak, we obtain
A x y?, (9.27)
(TiT)™" o y?, (9.28)

where y is the specific heat coefficient proportional to I'y .

These relations hold in heavy fermion systems. On the other hand, if the ¢
dependence of I'(g) is strong and the spin fluctuation is localized around Q, we
obtain

_ A@Q) x(Q) . 9.29
« L AD a — oya: 029

When the ¢ dependence of A(g) is small, we obtain

<Z|A<q>| >x(Q)f 1+§2 .
. 2\ X (@)
= <Zq:|A(q )l >2§2ws. (9.30)

Here the staggered susceptibility x(Q) shows Curie—Weiss temperature depen-
dence. Since w, o< £72, the relation 1/(T,T) o x(Q) holds in two-dimensional
nearly antiferromagnetic systems.

9.2 Anisotropic superconductivity dueto coulomb repulsion

One of the important issues in strongly correlated electron systems is to develop
our understanding of the superconductivity in real systems and describe it in a
unified form. The conventional superconductivity arises from the attractive inter-
action mediated by electron—phonon interactions. On the other hand, the so-called
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unconventional superconductivity has been observed in strongly correlated elec-
tron systems. These systems are the cuprates, the organic conductors BEDT-TTF,
Sr,RuQ,4 and heavy fermions. In these systems the nuclear magnetic relaxation
rate does not show any coherence peak inherent in the s-wave pairing near 7, and
shows power law behaviour such as 7> at low temperatures below 7. The elec-
trical resistivity generally shows 7'2-like behaviour above T,. This fact means that
the electron—electron scattering dominates the electron—phonon scattering up to a
rather high temperature. Because of the strong on-site repulsion, the symmetry of
their pairing states is not the s-wave symmetry but an anisotropic symmetry such as
the p- and d-wave symmetry. From the measurement of the Knight shift, a p-wave
triplet pairing is suggested for Sr,RuO,4 [8—10]. The momentum dependence of the
interaction between quasi-particles on the Fermi surface determines the symmetry
of pairs [11]. It is possible that the p- or d-wave symmetry part of the effective
interactions due to the coulomb repulsion is attractive, although the s-wave part is
repulsive. The mechanism of the superconductivity is based on the pairing scenario
which coincides with the BCS theory. The attractive force and the pairing sym-
metry are different from conventional ones. From the theoretical point of view the
superconductivity in strongly correlated electron systems can be discussed on the
basis of the Dyson—Gor’kov equation [12], which corresponds to the Eliashberg
equation based on the vertex function arising from the electron—electron interac-
tions in place of the usual electron—phonon interactions. We consider the following
Hubbard Hamiltonian:

U
H= E EkCho | Cho + v E Chrgt Ck—q v Chts (9.31)
k.o q.k K

where U and ¢ are the on-site coulomb interaction and the band energy, respec-
tively. From this Hamiltonian the superconductivity is realized by the coulomb
repulsion U. This process can be discussed on the basis of the following Dyson—
Gor’kov equation:

Gk) = GO%) + GO TVK)G k) + GO =P k) Fik),  (9.32)
Fitk) = GO 2V (=K Fi(k) + GO(-k)ZP(=k)G(k), (9.33)
F(k) = GOV k) F (k) + GOk (k)G (—k). (9.34)

These equations are shown in Fig. 9.13. The argument k£ denotes k and w. The normal
and anomalous Green’s functions G and F are introduced. Similarly the normal and
anomalous self-energies (1 and ©® are introduced and can be calculated when
the interaction vertex functions are given. In order to calculate the vertex function,
the fluctuation exchange approximation [13] and the perturbation expansion [14]
are used, depending on the strength of the interaction U.
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_|_

L+

(D (D (D
)2 2 z 3a z 3b

%
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thick line denotes the anomalous Green’s function.
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When we calculate the critical temperature T, the Dyson—Gor’kov equation is
linearized with respect to £ and reduced to

Gk ' =GO — D), (9.35)
Fi(k) = G(=k) =P (=k)G(k), (9.36)
F(k) = G)ZTP(k)G(—k). (9.37)

In the following subsections we discuss the nature of the superconductivity realized
in the cuprates, the organic conductors and Sr;RuQy.

9.2.1 Superconductivity in over-doped cuprates

With increasing doped holes the cuprate system becomes a better metal and the
electron correlation in the system becomes weaker. The resistivity shows 72 tem-
perature dependence as an ideal Fermi liquid. In the over-doped system we can
adopt the perturbation theory with respect to the coulomb repulsion U between
d-electrons. Hotta calculated the vertex part up to the third-order term in U and
substituted it into the Dyson—Gor’kov equation [14]. By solving the integral equa-
tion, he obtained a d-wave superconducting state with a high critical temperature. In
Figs. 9.14 and 9.15 we show the diagrams of normal and anomalous self-energy up
to the third-order terms, respectively. The obtained critical temperature 7 is shown
in Fig. 9.16. The calculation based on the third-order perturbation in U gives rather

0.1
E4=-20
€,=-1098
=
G B
o ,
» x
= . with vertex correction |
E 0.01 .
N . . .
o N without vertex correction
&~ X
x
Il Il Il Il Il Il Il Il
0.001

Fig. 9.16 Calculated results for 7. with and without the vertex corrections.
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a high critical temperature 7. compared with that based on the random phase ap-
proximation (RPA), which is not shown here. The RPA calculation underestimates
T. owing to the overestimate of the damping rate of quasi-particles. The reason is
the following. In the perturbation calculation of the normal self-energy the third-
order terms, X3, and X5,", almost cancel each other out when the system is near
the half-filled case. This cancellation reduces the damping rate of quasi-particles.
On the other hand, the RPA calculation takes only the particle-hole term X3,
into account and overestimates the damping rate. The overestimated damping rate
results in a low 7¢.. Thus we conclude that the correct calculation naturally leads to
high-T. superconductivity, which originates from the coulomb repulsion.

The doping dependence of 7. is shown in Fig. 9.17. The T, increases rapidly
with decreasing doping ¢ in the over-doped region, in good agreement with the
experimental results for the Tl system. In the d—p Hamiltonian the effective trans-
fer matrix between the neighbouring d-orbitals is given by 2/(g, — &4), t being
the transfer integral between neighbouring d- and p-orbitals. Thus, the expansion
parameter with respect to U is given by U (e, — £4)/1>. As aresult, the perturbation
calculation is appropriate to the Tl system where ¢, and ¢, are nearly equal.

9.2.2 Superconductivity in optimally doped cuprates

The superconductivity in the optimally doped cuprates is well described by the
antiferromagnetic spin fluctuation model starting with the antiferromagnetic spin
susceptibility given by (9.5), including mode-coupling effects. However the spin
fluctuation model is a phenomenological model which is difficult to derive directly
from a microscopic Hamiltonian.

To start with a microscopic Hamiltonian and calculate the critical temperature for
the d-wave superconductivity mediated by the spin fluctuations we adopt the fluc-
tuation exchange approximation (FLEX). The FLEX approximation consists of the
following procedure [13]. The self-energy in the FLEX approximation Xg(k, i¢,)
is given by the one-loop diagram exchanging the normal vertex V;(q, iw,),

Sek.ic) =T ) Valq ion)Gk —q.ie, —iwy). (9.38)

q,l0p

The interaction V;(q, iw,) corresponds to (9.6) in the spin fluctuation model. The
normal vertex is given by

3 1
Vn(q’ l(,()n) = U2 |:§Xs(qa lCl)n) + EXC(qs lCl)n) - XO(‘I» l(l)n)} ) (939)
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Fig. 9.18 The self-energy obtained by the FLEX approximation. (a) The real
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where xs(q, iw,) and x.(q, i ®,) are the spin and charge susceptibility, respectively:

. XO(q7 la)l’l) . XO(q’ la)n)
Xs(q, iwy) = — X(g,iwn) = — . (940)
“ 1= Uxo(q.iwn) ‘ 1+ Uxo(q. iwn)
Here xo(q, iw,) is the irreducible susceptibility:
X0(q, ioy) = =T ) Gk, ie, )Gk +q, is, +iw,), (9.41)

kiie,
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where G(k,ig,) is the dressed Green function G(k,is,) = (is, — & —
ek, ig,))~". The first-order term in V,(q, iw,) with respect to U is omitted and
treated as a shift of chemical potential. In the FLEX approximation, the self-energy
and the spin susceptibility are determined self-consistently. The spin susceptibility
Xxs(q, iw,) given by the FLEX approximation is enhanced near the antiferromag-
netic wave-vector Q = (7, ) for the Fermi surface of cuprates shown in Fig. 9.4.
The antiferromagnetic spin fluctuations described by xs(q, iw,) play an essential
role in the FLEX approximation.

The superconducting critical temperature 7 is determined as the temperature be-
low which the linearized Dyson—Gor’kov equation possesses a nontrivial solution.
The Eliashberg equation which determines 7. is given by the following eigenvalue
equation:

Aplk,ie,) = =T Y Valk — p.igy — ien)|G(p. ign)P$(p. ienm).  (9.42)

Diigm

Here V,(q, iw,) is the anomalous vertex for the singlet channel and is given by the
FLEX approximation as

Va(g.iw,) = U Bxs@, iw,) — %xc(q, iwn>] +U. (9.43)
The critical temperature 7 is determined as the temperature where the maximum
eigenvalue A, reaches unity. The eigenfunction ¢nax (P, i€,,) corresponding to the
eigenvalue A,y is the wave-function of the Cooper pairs.

Now we show the results obtained by the numerical calculation for the Hubbard
model where g = —2t(cosk, + cosk,) + 4t'cosk, cosk, — p is assumed (¢t =
1/2,t" = t/4) [15]. The self-energy is shown in Fig. 9.18(a) and (b). The negative
slope of Re Xg(k, w) and the small absolute value of Im Xg(k, w) near the Fermi
energy show the Fermi liquid behaviour. The single particle spectral weight and
the density of states are shown in Fig. 9.19(a) and (b). The superconducting critical
temperature is shown in Fig. 9.20(a) and (b) as a function of 6 and U, respectively.
In the FLEX approximation the critical temperature 7 increases with decreasing
doping &, and/or with increasing U. This behaviour agrees with that seen in the
real systems possessing carrier number corresponding to the over-doped and the
optimally doped cuprates.

9.2.3 Superconductivity in under-doped cuprates

The new physical phenomena in the under-doped cuprates are the pseudogap phe-
nomena. The pseudogap originates from the superconducting fluctuation which
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Fig. 9.19 (a) The single particle spectral weight and (b) the density of states
obtained by FLEX. The parameters are the same as those in Fig. 9.18.

is inherent in the strong coupling superconductor in the quasi-two-dimensional
systems. To simplify the explanation of the mechanism of the pseudogap we begin
the discussion using the following attractive interaction model [16]:

H = Z EkCko | Cho + Z Vg /2K —a/2Cq k1 k1 Ch4 i, | (9.44)
k,o kK q

where Vj p is assumed to be the d,2>_» wave-pairing interaction:

Vik = 8vxr (9.45)
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1.20

¢r = cosk, — cosk,.

1.40

U

1.60

Here g is negative and ¢y is the d,>_,> wave-form factor.
To treat the superconducting fluctuation we adopt the 7-matrix approximation.

The self-energy of an electron is calculated as

1.80

Skoie) =T Y T(q.i0)G(q — k. io, —is,),

q,l10p

181

(9.46)

9.47)
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(a)

(b)

Fig. 9.21 The scattering vertex represented by the ladder diagrams in the particle—
particle channel (7 -matrix). The dashed line denotes the attractive interaction. The
single and double solid lines represent the propagators of the bare and renormalized
electrons, respectively.

T(q.io) ™" =g + x0q. i), (9.48)
x0q.io) =T ) GK.ien)Gg —K . iwy —ien)pp_g . (949)
K em

Heree,, = 2m + 1)nT and w, = 2nm T are the fermionic and bosonic Matsubara
frequencies, respectively. Green’s function G is given by G(k, ig,) = (w — & —
Sk, ie,)) "L

The self-consistent 7-matrix approximation is shown diagrammatically in
Fig. 9.21. For simplicity we use first the one-loop approximation by replacing
G with the unperturbed Go. We show the self-energy part obtained by the approxi-
mation in Fig. 9.22. Surprisingly the real part of the self-energy possesses positive
slope at the Fermi energy and the imaginary part of the self-energy shows a peak
with negative sign. These behaviours, which are sharply in contrast to those of the
Fermi liquid, originate from the resonance effect between the Cooper pair state
and the quasi-particle state. The anomalous behaviour of the self-energy brings
about the pseudogap in the energy spectrum of quasi-particles, as seen in Figs. 9.23
and 9.24.
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Fig. 9.22 The self-energy on the Fermi surface near (0, ) obtained by the
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Fig. 9.24 The temperature dependence of a one-particle spectrum. The other
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The self-consistent calculation has also been done. Owing to the superconducting
fluctuations, the critical temperature 7:. is much reduced from that obtained by the
BCS mean field approximation, as shown in Fig. 9.25.

Now we extend the self-consistent 7-matrix calculation to the superconduct-
ing state [17, 18]. The T-matrix is given by the following 2 x 2 matrix in the
superconducting state:

T(q, i) =g 1+ x(q, iwn)] ™", (9.50)
X@q. iw,) = (f*(gl”iia;)) é((q_’ ;w_) l.wn)> , 9.51)

where
K(q,iw))=T Z Gk, ie,)G(g — K, iw, — ism)qp,f,_q/z, (9.52)

’
K .enm

L(q,iwy)) =—T Z FK,ien)F(q =K, ion —ien)pi_,n-  (9.53)

/
k' em



186 Superconductivity in strongly correlated electron systems

0.4 y

03 @ 4

~ 02} % :

01}

0.0

0.0

Fig. 9.25 The phase diagram obtained by the self-consistent 7-matrix approxi-
mation. The critical temperature 7;. is much reduced from Tyr given by the mean
field theory by the superconducting fluctuations.

Here, G(k,is,,) and F(k, ig,,) are the normal and anomalous Green’s functions
including the self-energy X (k, i¢,,), respectively:

iem + & + E(k, _lgm)

G k’ J m = . . . . ’
(k. ien) liem —ex — 2k, ien)llienm + ek + Z(k, —ien)] — Ag?
(9.54)
W
Fk,. m) = ’
( e ) [igm — & — Z(k7 igm)][igm + &k + Z(k, _igm)] - Ak2
(9.55)

where Ay = Agy is the d-wave order parameter. The order parameter Ay is deter-
mined by the gap equation

Ap=—gT Y FK.icn)pupr. (9.56)
K ien,
The normal self-energy X (k, ig,,) is given by the self-consistent 7'-matrix approx-

imation

Shiien) =T ) Tu(q,io)G@q —k io, —ien)pi_q - (9.57)

q.,iw,
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Fig. 9.26 (a) The diagonal component of the 7-matrix in the superconducting
state. The double solid lines denote the normal and anomalous Green’s functions
of electrons. (b) The normal self-energy calculated by the self-consistent 7'-matrix
approximation. (¢) The Hartree—Fock term which is excluded.

After carrying out the analytic continuation, the self-energy ZR(k, &), the order
parameter Ay, the normal and anomalous Green’s function GR(k, &), FR(k, &) and
the 2 x 2 T-matrix are self-consistently determined for the real frequency. This
procedure is shown diagrammatically in Fig. 9.26. The calculation is carried out
both in the normal and the superconducting states.

The effects of the superconducting fluctuations are included in the self-energy.
When we neglect the normal self-energy ZR(k, w), this formalism reduces to
the BCS mean field theory. In the normal state, the off-diagonal components
Ay, F(k,ig,)and L(q, iw,) vanish. In this case the above set of equations coincides
with the self-consistent 7'-matrix calculation adopted in the normal state. The self-
consistent 7 -matrix calculation gives a unified description for the pseudogap state,
the superconducting state and their phase transition.

The pseudogap appears only in the quasi-two-dimensional system. In order to
avoid the singularity arising from the two-dimensionality we maintain the denom-
inator of the 7-matrix as a small value « = 1 + gK(0,0) — gL(0,0) = 0.01 in
the superconducting state. The finite critical temperature is obtained by this proce-
dure, which is justified in the weak three-dimensional coupling systems such as the
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respectively. The order parameter grows more rapidly than in the BCS theory.
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high-T; cuprates. The critical temperature 7 is reduced more as « decreases. The
small finite value of « is considered as the three-dimensional coupling between
layers in a real system. The choice of a small value of « makes no qualitative
difference to the calculated results.

We show the phase diagram in Fig. 9.27. The suppression of 7. from Ty becomes
remarkable with increasing coupling constant |g|. The growth of the order parameter
A is shown in Fig. 9.28. Once the superconducting order occurs, the effects of the
fluctuations are drastically suppressed. There are two reasons. The amplitude mode
is suppressed owing to the growth of the order parameter. Moreover, the weight of
the phase mode shifts to high frequency, since the dissipation in the ordered state is
reduced in the power law Im K (¢, ) & Im L(q, w) x w*, while it is exponentially
reduced in the s-wave superconductor. As a result, the order parameter Ay = Ay
grows more rapidly than the result of the BCS theory. The rapid growth of the order
parameter is also seen in the FLEX calculation for the superconducting state. The
rapid growth below T, in the FLEX calculation is caused by the suppression of the
low-frequency spin fluctuations contributing to the depairing effect. Both effects
exist in the high-T; cuprates below T;. As a result the value of 2A /kg T, exceeds
the BCS value.

The calculated single particle spectral weights at k = (7,0.157) and k =
(0.57, 0.25m) are shown in Figs. 9.29(a) and (b), respectively. The strong particle—
hole asymmetry exists originally in the high-7, cuprates and stabilizes the self-
consistent solution, resulting in the pseudogap state. The bottom of the pseudogap
is located apart from the Fermi level, and the gap structure is broad and asymmet-
ric. On the other hand, below 7. the gap structure becomes clear and symmetric.
The pseudogap is caused by the self-energy correction due to the superconducting
fluctuations, while the superconducting gap is caused by the superconducting order.
The effects of the self-energy correction on the spectrum are reduced in the super-
conducting state, since the fluctuations are suppressed there. Fig. 9.29 shows that
the energy scale of the pseudogap and that of the superconducting gap are similar to
each other, as well as their momentum dependence. The broad pseudogap, the sharp
superconducting gap and the same energy scale are important properties observed
by angle-resolved photoemission spectroscopy (ARPES).

We can see more clearly the transition from the pseudogap state to the supercon-
ducting state from the density of states (DOS) in Fig. 9.30. In the normal state the
DOS shows a broad pseudogap and remains to some extent near the Fermi level.
The bottom of the gap becomes deep as the temperature approaches 7. Once the
superconducting order occurs, the gap becomes deep and sharp with rapid growth
of the order parameter. It should be noted that the energy scale of the pseudogap
and that of the superconducting gap are almost the same. When the coupling con-
stant |g| increases, the energy scale of the pseudogap increases in accordance with
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Fig. 9.29 The one-particle spectral weight for g = —2. (a) k = (ir, 0.157), (b)
k = (0.57,0.257), just below the Fermi level. T = 0.213 is just above T, T =
0.21 and T = 0.12 are below T..
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Fig. 9.30 The density of states for (a) g = —1.0and (b) g = —2.0. T = 0.104 (a)
and T = 0.213 (b) are above T.. T = 0.098 and T = 0.05 (a) and T = 0.21 and
T = 0.12 (b) are below T.
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that of the superconducting gap. This fact means that the pseudogap state partly
realizes the energy gain in the superconducting state, which is suppressed by the
two-dimensional fluctuations.

9.2.4 Pseudogap in repulsive Hubbard model

Until now we have discussed the pseudogap phenomena on the basis of the attractive
interaction model. The actual systems exist in the vicinity of the Mott transition and
are affected by the strong electron correlation. By the strong correlation the electron
system is renormalized to quasi-particles in the Fermi liquid. The quasi-particles
compose a narrow band near the Fermi energy. When the strong attractive inter-
action is introduced into the Fermi liquid, the pseudogap appears near the Fermi
energy.

Now we start with the repulsive Hubbard Hamiltonian and derive the quasi-
particle states. Simultaneously we derive the attractive interaction for a d,>_»
channel mediated by antiferromagnetic spin fluctuations using the FLEX approx-
imation. The results obtained by the FLEX approximation have been shown in
the previous subsection. Moreover, using the self-consistent 7'-matrix approxima-
tion in addition to the FLEX approximation, we can derive the pseudogap state.
This derivation and the numerical calculation have been carried out by Yanase and
Yamada [19]. We introduce the calculation in detail.

Using the anomalous vertex V, given by (9.43), the T-matrix is expressed by
the ladder diagrams in the particle—particle channel as shown in Fig. 9.31, and is
determined by the following Bethe—Salpeter equation:

Tk, icnks, ienq.ion) = Valky —ka,iey —ien) =T ) Valks —ka,ig, — i)
k,é‘]
x Gk, ie))G(q —k,iw, —ie)T(k,ic;:ks, icy.q,iwy,). (9.58)

Generally, it is difficult to solve the above integral equation except for the case
where the separable pairing interaction is assumed. Hence we adopt the follow-
ing two approximations, by which the meaningful component as the d,>_,> wave
superconducting fluctuations is properly taken out. The 7-matrix at ¢ = w,, =0
is approximately decomposed into the eigenfunctions with their respective eigen-
values of the Eliashberg equation:

d’a(kls isn)d)a*(ka igm)

T(ky, ks, itn:q = io, =0)= Y 2 — . (959

The eigenvalue X, and the eigenfunction ¢, (k, i&,,) are derived from the Eliashberg
equation (9.42). The index « denotes each mode included in the 7-matrix. Now we
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(a)
T = v

Fig. 9.31 (a) The T-matrix. (b) The self-energy due to the superconducting
fluctuations.

take out the component with the maximum eigenvalue A;,x and the corresponding
eigenfunction ¢y, which possesses the d,>_,> wave character. Since the super-
conducting transition is determined by the condition Ay, = 1, the mode described
by Amax and @max represents the d,>_,» wave superconducting fluctuations. The
function ¢« is the wave-function of the fluctuating Cooper pairs in the fluctuating
regime. Hereafter we neglect the other modes, since they have no significant effect
on the superconducting fluctuations. We omit the index ‘max’ for simplicity. Using
the above approximation the T-matrix is expressed as

)"7.}1 k:'n:a.n *kv.n:v.n
Ty, ionks. ioy:q. i) = (g, iwn)pky, ienq, iw)P"(ka, ignq, i@ )’

1— (g, iwy)
(9.60)

where

Mg iw)=—=TY Y ¢*(k is)Valk — p,is, —isy)

kiiey piien

X G(p,ien)G(q — p.iwy —i&n)P(P, iEn). 9.61)
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Here the coupling constant g is defined as

g= Y > ¢k ie)Valks — ko, ie, — ien)p(ka, ien), (9.62)

kiie, kyiey

and the wave-function is normalized as

Y bk, ien))? = 1. 9.63)
k,ig,
The self-energy due to the superconducting fluctuations is given by the one-loop
diagram in the T-matrix approximation (Fig. 9.31):

Ssk.ien) =T Y T(k.ignk, icyq. io,)Gq — k. iw, —ie,). (9.64)
q.iw,

Here we use Green’s function obtained by the FLEX approximation, Gg(k, ie,) =
(ien — ex — Zp(k, ig,))~! in the calculation of (9.60)—(9.64). That is, we calculate
the lowest-order correction due to the superconducting fluctuations for the FLEX
approximation. We call it the FLEX+7 -matrix approximation. The self-energy
is determined by the summation X (k, ig,) = Zg(k, ie,) + Zs(k, ie,). Moreover,
Yanase carried out a self-consistent calculation in which the fully dressed Green’s
function G(k, ie,) = (is, — ex — Tk, ie,) — Zs(k, ie,))~" is used everywhere.
As a result of self-consistency the effects of the superconducting fluctuations
are reduced, but qualitatively similar results to the lowest order calculation are
obtained.

In Fig. 9.32 we show the analytically continued self-energy TR(k, w) for the
doping concentration corresponding to the under-doped cuprates. As shown in
the previous section, the anomalous properties of the self-energy give rise to the
pseudogap. The characteristics of the self-energy leading to the pseudogap are that,
near the Fermi level @ = 0, the real part has positive slope and the imaginary part
has maximum absolute value, in contrast to the ordinary Fermi liquid. The large
imaginary part reduces the single particle spectral weight near the Fermi level and
gives rise to the pseudogap. In Fig. 9.32, the Fermi liquid behaviour is seen when
we look at the large energy scale, w ~ 0.5. However, the anomalous behaviour
leading to the pseudogap is clearly seen at a much smaller energy scale, v ~ 0.05.
The anomalous behaviour vanishes around the cold spot (77/2, 7 /2) owing to the
dy>_,» wave symmetry of the fluctuating Cooper pairs.

It is an important point that the superconductivity and the pseudogap take place
in renormalized quasi-particles that have small energy scale compared with the
original bandwidth. That is, the pseudogap appears with much smaller energy scale
than that of the electron systems. This is a newly observed physical phenomenon
which is inherent in the high density electron system, since the strong coupling
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Fig. 9.32 The self-energy obtained by the FLEX+7-matrix approximation. (a) The
real part. (b) The imaginary part. Here, U = 1.6, 5 = 0.095 and T = 0.010. The
solid line and the broken line correspond to a hot spot (£, L) and a cold spot
(27, Z1), respectively. Hereafter we put t = 0.5 and ' = 0.25¢ in (9.4).

6477 64

superconductors have been studied only for low density electron systems, as dis-
cussed by Legett and Nozieres and Schmitt-Rink [20].

The results for the spectral weight obtained by the FLEX+T -matrix approxima-
tion are shown in Fig. 9.33. The pseudogap is clearly seen in the single particle
spectral weight (Fig. 9.33(a)) and the DOS (Fig. 9.33(b)). Here it should be stressed
that the pseudogap is derived from the self-energy correction due to the supercon-
ducting fluctuations, which are enhanced by the strong coupling superconductivity
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Fig. 9.33 (a) The single particle spectral weight obtained by the FLEX+T -matrix
approximation. The broken, dash-dotted and solid lines correspond to cold spot
(0.457, 0.437), intermediate (0.83, 0.147) and hot spot (0.987, 0.027), respec-
tively. (b) The density of states obtained by the FLEX (broken line) and the
FLEX+T -matrix (solid line) approximations. The inset is the same result shown
on a large scale. The other parameters are the same as those in Fig. 9.32.

and the quasi-two-dimensionality. Thus the scenario based on the resonance scat-
tering mechanism is justified for the pseudogap phenomena.

The detailed results for the DOS are shown in Fig. 9.34, where the temperature
T = 1.25T, is fixed to keep a fixed distance from the critical point. The doping
dependence is shown in Fig. 9.34(a). The pseudogap becomes weak with increasing
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Fig. 9.34 The density of states obtained by the FLEX+7 -matrix approximation.
(a) The doping dependence and (b) the U dependence. In these figures, T = 1.25T...

hole doping. In the optimally doped region the gap is filled up and the DOS near the
Fermi level increases. The effects of superconducting fluctuations almost disappear
in the over-doped region é > 0.2. This is because both the critical temperature and
the renormalization of the quasi-particles are reduced by the hole doping. Since the
ratio T¢/er decreases with increasing doping, the superconducting coupling |g| is
reduced and the effects of the superconducting fluctuations are reduced. It should be
noted that the pseudogap becomes well-defined near the optimally doping § ~ 0.15.
Thus the pairing scenario properly explains the pseudogap in the high-T7; cuprates,
including their doping dependence.
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The importance of the strong correlation is shown in Fig. 9.34(b). The pseudogap
becomes remarkable with increasing U. The strong coupling superconductivity, the
strong superconducting fluctuations and the resultant pseudogap are characteristics
of the strongly correlated electron systems.

9.2.5 Superconducting fluctuations

Now we discuss the character of the superconducting fluctuations in order to em-
phasize the importance of the strong coupling superconductivity. Here we use the
time-dependent Ginzburg—Landau (TDGL) expansion for the pair susceptibility:

. 8 i 8
S 1-Mg,0)  to+bg?— (a1 +ia)e’

g, o) (9.65)

where the factors arising from the wave-function ¢(k, iw,) are neglected. The
TDGL expansion can be obtained by expanding the eigenvalue function A(q, @) as
1 — A(g, w) =ty + bg?> — (a; + iax)w. Now we discuss the TDGL parameters on
the basis of the calculated results. It is confirmed that the strong coupling super-
conductivity is realized as a result of the strong electron correlation.

The parameter ty = 1 — A(O, 0) represents the distance from the phase transition,
and is sufficiently small near 7. The parameter a, expresses the time scale of
the fluctuations. The parameter a; is usually ignored within the weak coupling
theory because it is a higher-order term than a, with respect to the superconducting
coupling 7./er. However, the parameter a; has a significant effect in the strong
coupling case.

The sign of a; is determined by the particle-hole asymmetry. The calculated
results show that the sign of a; is negative in under-doped cuprates. This means
a hole-like character of superconducting fluctuations. The parameter b represents
the dispersion relation of the fluctuations and is related to the superconducting
coherence length &y as b o &y2. The small b generally means strong superconducting
fluctuations. The TDGL parameter b calculated by Yanase is shown in Fig. 9.35.
We can see that the TDGL parameter b decreases with decreasing hole doping §
and/or with increasing U.

The TDGL parameter b is expressed by the Fermi liquid description within the
weak coupling theory as b = gy 0,(0)¢ (3)vg*? /3272 T?, where g, is the d-wave
component of the residual interaction, g4 = » ; v $a(k)zi Valk — k") zvpa*(K'). The
effective density of states for quasi-particles p;*(¢) is defined as p;*(¢) = ), (e —
ex™)|pa(k)|?, which is enhanced by the renormalization. Here & * is the energy of a
quasi-particle, &;* = zx(ex + Re TR(k, 0)). The vg* is the effective Fermi velocity
for the d-wave symmetry and defined as vg*?> = fF ok v*(kp)?dkg/ pg*(0), where



Anisotropic superconductivity due to coulomb repulsion 199
(@)

25 1

20

15

10

0.05 0.10 0.15 0.20 0.25

2.0 2.‘4 2‘.8 3:2 3.‘6 4.‘0

U/t

Fig.9.35 The TDGL parameter b at 7. (a) The doping dependence. Here, U = 1.6.
(b) U dependence of b. Here 6 = 0.09. The inset shows b at T = 0.0082.

the integration is carried out on the Fermi surface and pp.* = |¢q(kg)|?/v* (kp).
The velocity v*(kp) is the absolute value of the velocity of the quasi-particle
v = dey*/dk on the Fermi surface and is reduced by the renormalization,
especially around (i, 0). Since the effective Fermi velocity vg* is mainly de-
termined by the region around (s, 0), vg* is much reduced by the electron
correlation.

The TDGL parameter b is proportional to vg*2/ T2, which is proportional to
the inverse square of the superconducting coupling 7;/eg*. That is, the TDGL
parameter b decreases with increasing superconducting coupling.
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9.2.6 Magnetic properties

In the FLEX+T -matrix approximation, the spin susceptibility xs(q, w) is obtained
by extending the FLEX approximation:

R
R Xo (g, ®)
o= 9O 9.66
K0 = T R (9.66)
XO(qv la)n) - _T § G(k7 lgn)G(k + q’ i8n + iwn)’ (967)
k,ie,

where Green’s function G(k, ie,) = (is, — sx — Dk, ie,) — Ts(k, ie,))~!. The
effects of the superconducting fluctuations are included in the self-energy
Es(k, ié‘n).

The NMR spin lattice relaxation rate 1/7) and the spin echo decay rate 1/ TG
are obtained from the following formulae:

1
I/T\T =) Fi(g) [5Im Xxs(g, ») } , (9.68)
q w—0

2
1/To® = Y [Fi(@)Re x:%(g. 0)]” - [Z F|(q)Rest<q,0)} . (9.69)
q

q

Here Fi(q) = 3[{A1 +2B(cos gy + cos q,)}* + {As + 2B(cos gx + cos g,)}’]
and Fy(q) = {A2 + 2B(cos g, + cos qy)}z. The hyperfine coupling constants
A1, Ay and B are given by the relation A} = 0.84B and A, = —4B.

The calculated results for the NMR 1/7,7, 1/T,g and static susceptibility are
shown in Fig. 9.36. We can see the pseudogap in the NMR 1/T,T in Fig. 9.36(a).
In the FLEX approximation, the NMR 1/7T increases monotonously with de-
creasing temperature owing to the development of the spin fluctuations (see the
inset to Fig. 9.36(a)). In the FLEX+T -matrix calculation, the NMR 1/7;T in-
creases with decreasing temperature from high temperature, shows a peak at 7*
and decreases with decreasing temperature. This decrease above T is the well-
known pseudogap in NMR measurements. This phenomenon is caused by the
superconducting fluctuations. Since the DOS is reduced by the superconducting
fluctuations, the low-frequency spin fluctuations are suppressed as a result. Since
the NMR 1/T,T measures the low-frequency component of the spin fluctuations,
1/ T1 T decreases with approaching T.. Thus the pseudogap observed in the NMR
1/T1 T takes place through the pseudogap in the single particle states.

The NMR 1/ T, also shows a pseudogap with the same onset temperature 7*
as thatin 1/ 71T (Fig. 9.36(b)). The NMR 1/ T, also decreases with approaching
T.. This is an effect of the superconducting fluctuations. However, the pseudogap



Anisotropic superconductivity due to coulomb repulsion 201

(a) (b)

0.045 . ‘ : 0.2
-0 ®.
; L 0s0 | 2 AN
0.040 | @ 1 R )
! * :
~ h X 0.28 ™
— . r AN
K ¢ AN = 08—
— 0035 [ o4f 1 e A )
| ~ N N 80'6 F
® - s e 026 =
| 50 — 04 |
! <
1 . ; n | L L ~
0.030 1@ %%00 o002z o004 000 002 0.04 T
: : - 024 0 61 0 62 0.03
0.01 0.02 0.03 ’ T :
()
6| —@g=(n,7)

R lF(%O) 4
EERCAS I

JEN=

=8

=
jag
S b s
% 5t - 0.72%
gj 20t
2
A >
BooRwT 7 0.70
g [ e ————) )
000 002 004
4 . . . 0.68
0.01 0.02 0.03 0.04

Fig. 9.36 (a) The NMR 1/T,T. (b) The NMR 1/ T,g. (c) The static spin suscep-
tibility, xf(q, 0) at ¢ = (0, 0) (open squares) and at ¢ = (7, 7) (closed circles).
Here, the doping concentration is fixed to the under-doped region § = 0.093-0.103.
These results are obtained by the FLEX+T7 -matrix approximation. The insets in
(a), (b) and (c) show the results obtained by FLEX.

in the NMR 1/ T, is weak compared with that in the NMR 1/T;T, since the NMR
1/ T>c measures the static spin susceptibility which reflects the total weight of the
spin fluctuations. It should be noted that the pseudogap suppresses only the low-
frequency component of the spin fluctuations, because the superconductivity has a
smaller energy scale than that of the spin fluctuations.

Similar features of the NMR 1/7,T and 1/T,g have been observed in the su-
perconducting state. The 1/T,g remains even at low temperature, while the 1/ T, T
rapidly decreases. Hence the above results for the pseudogap state are reasonable,
since the pseudogap is a precursor of the d-wave superconductivity. While the many
quantities show the pseudogap below the same onset temperature 7, the uniform
spin susceptibility x,R(0, 0) decreases from a much higher temperature than 7*,
and the decrease in uniform susceptibility becomes more rapid near 7*. This rapid
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Fig. 9.37 The staggered spin susceptibility xsX(Q, ©) calculated by the FLEX+T -
matrix approximation for under-doped cuprates. (a) The real part. (b) The imagi-
nary part.

decrease is caused by superconducting fluctuations. Figure 9.36(c) shows the uni-
form susceptibility xsR(0, 0) and the staggered susceptibility xR(Q, 0). The stag-
gered susceptibility shows the pseudogap below the pseudogap onset temperature
T*. On the other hand, the uniform susceptibility xsX(0, 0) decreases with decreas-
ing temperature from a much higher temperature, and decreases more rapidly below
T*. This is in good agreement with the NMR Knight shift measurements.

The decrease in uniform susceptibility is seen even in the FLEX approxima-
tion (see the inset in Fig. 9.36(c)). Hence the decrease in uniform susceptibil-
ity is not necessarily attributed to the superconducting fluctuations. However, the
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superconducting fluctuations significantly affect the uniform susceptibility and re-
markably reduce it near the critical temperature 7.

The frequency dependence of the spin susceptibility well describes the character
of the pseudogap in magnetic properties. The results for the dynamical spin sus-
ceptibility xsR(q, w) at ¢ = Q are shown in Fig. 9.37. The real part is suppressed
at low frequency in the pseudogap state (7" = 0.0082 in Fig. 9.37(a)). Thus the
magnetic ordering is suppressed by the superconducting fluctuations.

The imaginary part has been measured by inelastic neutron scattering and shows
the pseudogap. The calculated results show that the imaginary part is remarkably
suppressed at low frequency in the pseudogap state (Fig. 9.37(b)). This suppression
is the pseudogap observed by the inelastic neutron scattering experiments. The pseu-
dogap transfers the spectral weight of the spin fluctuations from the low-frequency
region to the high-frequency region, and the total weight is not so reduced by the
pseudogap. These features agree with the above explanation for the NMR 1/ 71T
and 1/ T,g. It should be noted that the d-wave pairing interaction is not so reduced
by the pseudogap, because the pairing interaction due to the spin fluctuations orig-
inates from the relatively wide frequency region.

Now we discuss the commensurate and incommensurate structures of the spin
fluctuations. We show the dynamical susceptibility Im x,R(g, ©2) in Fig. 9.38. One
general result is that the incommensurability increases with doping concentration 4.
Another general result is that the superconducting fluctuations enhance the incom-
mensurability.

9.2.7 Self-consistent calculation

Yanase carried out a self-consistent calculation including spin fluctuations, su-
perconducting fluctuations and single-particle properties. Let us call it the
SC-FLEX+T -matrix calculation. In the calculation, (9.38)—(9.43) and (9.60)—(9.64)
are solved self-consistently, where the fully dressed Green’s function G(k, ig,) =
(ie, —ex — 2(k,ig,))"! is used. By the self-consistent calculation, the critical
temperature 7 is reduced by the superconducting fluctuations. As mentioned be-
fore, there exists a singularity arising from the two-dimensionality. The singularity
is actually removed by the weak coupling between layers. By taking the weak
three-dimensionality into account, the critical temperature 7, is determined as the
temperature at which A(0, 0) = 0.98. The method of determination makes no sig-
nificant difference to the obtained results.

In order to study whether the feedback effects of the pseudogap on the
spin fluctuations suppress the superconductivity itself, Yanase also carried out
a modified FLEX (M-FLEX) calculation. In the M-FLEX calculation, the fully
dressed Green’s function is used only in (9.41), while in the other equations
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(a) derdpd (FLEX) (b) derdpd (FLEX+ T-aix

Im x(q.€2)

Fig. 9.38 The momentum dependence of the dynamical spin susceptibility
Im xR(g, Q) at Q = 0.01. (a) The result for under-doped cuprates (§ = 0.095
and T = 0.01), result obtained by the FLEX approximation. (b) Result ob-
tained by the FLEX+T -matrix approximation. (c) The result for optimally doped
cuprates (§ = 0.156and T = 0.00789. (d) Result obtained by the FLEX+T -matrix
approximation.

GY(k,is,) = (ie, — ex — Tp(k, is,))"" is used. By this approximation the effects
of the superconducting fluctuations on the spin fluctuations are included, although
those on the single-particle properties are not included. Equations (9.38)—(9.43) and
(9.60)—(9.64) given by the M-FLEX approximation are solved self-consistently.
The results obtained by the FLEX, M-FLEX and SC-FLEX+T -matrix calculations
are shown in Table 9.1. Here the critical temperatures 7, are determined by the
condition A(0, 0) = 0.98 in the respective calculations for an equity.

The higher critical temperature 7, = 0.0098 is obtained by the M-FLEX calcu-
lation, while 7, = 0.0084 in the FLEX calculation. That is, the feedback effects
enhance the superconductivity. This fact can be understood as follows. The spin
fluctuations not only have a pairing effect but also a depairing effect. The former
is from the relatively wide frequency region, and the latter from the low frequency
component. The pseudogap strongly suppresses the low frequency components,
while the total weight is not so reduced (Fig. 9.37). As a result, the depairing effect
is more reduced than the pairing effect by the pseudogap.
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Table 9.1 The comparison among the FLEX, M-FLEX and
SC-FLEX+T -matrix approximations. The critical temperature T, the
effective pairing interaction g2, the damping at ‘hot spot’ yy and

that at ‘cold spot’ y. at T = T, are shown. The parameters are
U = 1.6 and § =0.083-0.096. Here, the self-energy in the M-FLEX

approximation is that due to the spin fluctuations Eg(k, )

FLEX M-FLEX SC-FLEX+T-matrix
T, 0.0084 0.0098 0.0031
8B, 24.18 14.23 20.1529
Vh 0.06970 0.02747 0.04277
Ve 0.00995 0.00971 0.00298

Since the pseudogap itself in single-particle properties reduces the critical
temperature, the lower critical temperature 7. = 0.0031 is obtained by the SC-
FLEX+T -matrix calculation. As is seen from the fact that the pseudogap is easily
caused by superconducting fluctuations, the depairing effect from superconducting
fluctuations is more drastic than that from spin fluctuations.

Now we show the results obtained by the SC-FLEX+T7 -matrix calculation.
Qualitatively similar results to the FLEX+T -matrix approximation are obtained,
although the effects of superconducting fluctuations are reduced by the requirement
of self-consistency. Since superconducting fluctuations suppress the antiferromag-
netic order, we can treat a stronger electron—electron interaction U. The effect of
superconducting fluctuations is clearly seen in the DOS shown in Fig. 9.39. The
DOS near the Fermi level is reduced by superconducting fluctuations and the gap
structure appears in the under-doped case. The pseudogap is suppressed by the hole
doping. The pseudogap is thus properly obtained by the self-consistent calculation,
including doping dependence.

Finally the phase diagram is shown in Fig. 9.40. The superconducting critical
temperature 7, is determined by the self-consistent calculation and is suppressed by
superconducting fluctuations. It should be noted that the suppression of 7; from the
mean field (FLEX) value becomes remarkable with under-doping. An important
resultis that 7; has amaximum value at§ ~ 0.11 and decreases with under-doping in
the SC-FLEX+T -matrix calculation with U = 2.4, whereas T, goes on increasing
in the FLEX calculation. For U = 1.6, T, does not decrease with under-doping
even in the SC-FLEX+T-matrix calculation. The strong renormalization of the
quasi-particles due to the electron correlation plays an essential role in describing
the under-doped cuprates.
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Fig. 9.39 The density of states obtained by the SC-FLEX+T -matrix approxima-
tion. The solid and dash-dotted lines show the under-doped case (6§ = 0.073 and
T = 0.004) and the over-doped case (§ = 0.165 and T = 0.0035), respectively.
The long-dashed line shows the result for the under-doped case obtained by ne-
glecting Xg(k, iw,).
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Fig. 9.40 The phase diagram obtained by the FLEX and SC-FLEX+T -matrix
approximations. The closed circles show the results of the SC-FLEX+7 -matrix
approximation for U = 2.4. The closed and open diamonds show the results of
the FLEX and SC-FLEX+T -matrix approximations, respectively, for U = 1.6.

9.3 Electron-doped cuprates

In this section let us apply the above calculation to the electron-doped cuprates.
Here we describe the theoretical work carried out by Yanase and Yamada using the
FLEX approximation [19]. There also exist electron-doped cuprate superconductors
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such as Nd,_,Ce,O4_, and Pr,_,Ce,CuO4_,. Electron-hole symmetry is expected
within the simple Hubbard model, including only nearest neighbour hopping. How-
ever, by the experiments for electron-doped cuprates, some different properties from
hole-doped cuprates are pointed out. The antiferromagnetic ordered state is robust
against carrier doping in the electron-doped cuprates compared with the hole-doped
ones. A relatively low T¢ is observed in the narrow doping range.

Now let us show that the theory used for hole-doped cuprates properly describes
the essential properties of the electron-doped cuprates. The electron—hole asym-
metry is taken into account by the next-nearest neighbour hopping terms ¢" in the
Hubbard model. The main difference between the electron- and the hole-doped
cuprates results from the shape of the Fermi surface and the distance from the
Fermi level to the van Hove singularity. The Fermi surface of the electron-doped
cuprates is given by lifting the chemical potential x so as to make n larger than
unity (see Fig. 9.4). As a result the Fermi level is lifted far from the van Hove
singularity (;r, 0), and the DOS is rather low in the electron-doped cuprates. The
low DOS means that the electron correlation is effectively weak. On the other hand,
the nesting effect around (77 /2, 7 /2) is enhanced and the tendency towards antifer-
romagnetic order becomes robust. In the light of the d—p model, the carriers are
confined to the Cu site in the electron-doped cases, while they are in the O sites for
the hole-doped cases. This fact also makes robust the antiferromagnetic order. For
the electron-doped systems § = 1 — n is negative, n being the number of electrons
per site. Owing to the above results, the spectrum of the spin fluctuations is confined
to a rather small region of momentum space as shown in Fig. 9.41, and the attractive
interaction mediated by the antiferromagnetic fluctuations is weak compared with
that of the hole-doped cuprates. We therefore cannot expect the pseudogap phe-
nomena for the electron-doped case, since the strong coupling superconductivity
is not realized there. The critical temperature 7, is shown in Fig. 9.42 as a func-
tion of doping §. With increasing electron doping, 7. decreases in accordance with
experiment. As a result of the weak correlation in the electron-doped system, the
width of the quasi-particle spectra shows T2 and w? dependence. Actually, Yanase
obtained w? dependence of Im X (k, ).

9.3.1 Organic superconductor BEDT-TTF

The x-type organic superconductor BEDT-TTF («x-(ET),X) can be well described
by the half-filled Hubbard Hamiltonian on a square lattice with nearest neighbour
hopping integral ¢ and next-nearest neighbour hopping integral ¢/, as shown in
Fig. 9.43.

The superconductivity of organic conductors has been argued by Kino and
Kontani [21], Kondo and Moriya [22] and Schmalian [23] using the FLEX
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Fig. 9.41 The momentum dependence of the dynamical spin susceptibility.
Im xR(g, ) at @ = 0.01 calculated by the FLEX approximation. (a) § = —0.123
and (b) § = —0.150 at ' = —0.25¢ and T = 0.01. (¢) § = —0.104 and (d)
8 =—0.130 att' = —0.35¢ and T = 0.005.
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Fig. 9.42 The critical temperature 7 for electron-doped cuprates. The inset shows
the phase diagram including both hole- and electron-doped cases.
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Fig. 9.43 The lattice structure of k-(ET),X; # and ¢’ are transfer integrals.

approximation. Jujo et al. studied superconductivity by the perturbation method
with respect to the coulomb repulsion U [24].

The critical temperatures T, obtained by the FLEX approximation and the third-
order perturbation theory (TOPT) with respect to U are shown in Fig. 9.44 as
functions of U. In Fig. 9.45(a), T. is shown as a function of ¢ at fixed U = 6.5.

As shown in Fig. 9.45(b), the antiferromagnetic susceptibility is suppressed with
increasing ¢ and the attractive interaction decreases, since the antiferromagnetic
spin fluctuations are suppressed by approaching a triangular lattice.

The pseudogap phenomena are also observed in the k-BEDT-TTF systems. The
NMR relaxation rate 1/(7,7) shows the pseudogap as shown in Fig. 9.46 [25].
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Fig.9.44 T, as a function of U, calculated by TOPT and FLEX. TOPT (RPA-only)
means that only the RPA diagrams are included within the third-order perturbation
theory.

Nakazawa and Kanoda observed that the coefficient of the 7'-linear term of the
electronic specific heat decreases above T:. [26].

Jujo and Yamada carried out the 7-matrix calculation taking the superconduct-
ing fluctuations into account and obtained the self-energy part due to the supercon-
ducting fluctuations [27]. Figure 9.47 shows the self-energy part. The interlayer
coupling #, = 0.1 corresponds to the quasi-two-dimensional case, in which we
have the pseudogap behaviour. On the other hand, ¢, = 1.0 corresponding to the
three-dimensional system gives rise to the normal Fermi liquid behaviour. This fact
confirms that the pseudogap is inherent in the two-dimensional superconducting
fluctuations as well as a strong coupling superconductivity.

The Fermi surface and the spectral weight at point A are shown in Fig. 9.48.
The pseudogap becomes clear with decreasing temperature. The pseudogap in the
k-BEDT-TTF system has been observed by Miyagawa et al. [25].

9.4 Triplet superconductor SroRuO4

The quasi-two-dimensional superconductor Sr,RuO,4 which has the same crystal
structure as the high-T7; cuprates was discovered in 1994 by Maeno et al. [8]. From
a theoretical point of view Rice and Sigrist [9] pointed out the possibility of a spin-
triplet pairing superconductivity in Sr,RuQO,4. The NMR Knight shift measurement
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Fig. 9.45 (a) The ¢’ dependence of T, in TOPT, U = 6.50. (b) The momentum
dependence of the static bare susceptibility xo(g, 0) for various values of ¢’. Here,
T =0.05.

by Ishida et al. [10] showed that the spin-triplet pairing is realized in Sr,RuO;4
because the Knight shift remains unchanged through the transition temperature
T. = 1.5 K. The triplet superconductor Sr,RuQO, possesses two-dimensional RuO,
networks in place of CuO, ones in the cuprates, as shown in Fig. 9.49. In Sr,RuO4
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1/(T4T) (sc -1 K1)
1/(T1T) (sc -1 K1

Fig.9.46 (a) Temperature dependence of '*C-NMR 1/T; T of the SC phase (closed
circles) and the AFI phase (closed squares) below 30 K and of the high-temperature
phase (open circles) above 30 K. (b) Temperature dependence of 1/T; T of the SC
phase at low temperatures in linear scales [25].

there exist three Fermi surfaces called o, 8 and y. Among them the y-branch of
the Fermi surface, which is constructed by xy-orbitals in the xy-plane, plays an
essential role in realizing the superconductivity, since the main part of the density
of states at the Fermi energy is the contribution of the y-branch. The Fermi surface
of a y-branch is shown in Fig. 9.50.

The mechanism of the spin-triplet superconductivity is an important subject to
be studied. In particular, in Sr,RuO4, the ferromagnetic spin fluctuations have not
been observed, although the origin of the spin-triplet pairing is usually considered
to be a paramagnetic spin fluctuation. Among various proposals for the triplet pair-
ing of Srp,RuQ,4, Nomura and Yamada [11] carried out the perturbation calculation
with respect to the on-site coulomb repulsion U for a two-dimensional Hubbard
Hamiltonian and solved the Dyson—Gor’kov equation to successfully obtain the
critical temperature for the spin-triplet superconducting state. In theory, the param-
eters related to the Hubbard model are adjusted to those for the main y-branch of
the Fermi surface in Sr,RuOy4. The Hamiltonian is given by

U
H= kZ e®)ckolens + = D D cio' il Cicia. 9.70)

i o#o’'
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Fig. 9.47 The self-energy for t, = 0.1 (7. = 0.337) and 7, = 1.0 (T, = 0.195).
The coupling constant |g| = 2. (a) The real part. (b) The imaginary part.

where
e(k) = 2t;(cosky + cosky) + 41, cos k, cos k. (9.71)

The diagrams for the anomalous self-energy are shown up to third-order terms with
respect to U in Fig. 9.51. The obtained critical temperature 7T, for the spin-triplet
state is shown in Fig. 9.52 as a function of U. The critical temperatures for the spin-
triplet and the spin-singlet states are compared in Fig. 9.53 for the electron numbers
n = 0.630 and 0.667, n being the electron number per spin. For n = 0.667, in good
agreement with the actual electron number of the y-branch, the spin-triplet states
possess higher critical temperatures than those for singlet states. The 7, dependence
of T is shown in Fig. 9.54 for typical values of n. The critical temperature depends
strongly on the filling number n. When the electron number per site, 2n, is near
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Fig. 9.49 The structure of the RuO, layer.

2n =~ 1, the antiferromagnetic spin fluctuations are strong enough to realize d-wave
superconductivity. The spin-triplet pairing is realized for electron filling n far from
the half-filling number. This filling dependence is similar to that of the appearance
of ferromagnetism [28].
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Fig. 9.52 The critical temperature 7. for the spin-triplet superconductivity.

In the perturbation calculation one of the third-order terms in the anomalous self-
energy plays an essential role in realizing the spin-triplet superconducting state. It
should be noted that the above calculation done by Nomura shows a similarity to the
perturbation calculation for electron gas in the two-dimensional case by Chubakov
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Fig. 9.53 The comparison of 7. between the spin-triplet and spin-singlet states.

0.025 ; ; ; ; T T

0.02

Tc
0.015

0.01
q

0.005

0.001 i i i ) i i
-045 -04 -035 -03 025 -02 -0.15 -0.1

t2

Fig. 9.54 The t, dependence of T for the spin-triplet superconducting state. Here,
U=55.

[29] and Feldman et al. [30], since in the latter calculation the same diagram
as in Fig. 9.51 gives the essential contribution in realizing the spin-triplet p-state.

The single-band calculation based on the y-band was extended to three bands
to confirm the mechanism of the superconductivity. Moreover, by using the three-
band calculation the temperature dependence of the specific heat below T is well
reproduced by Nomura and Yamada [31].
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Fig.9.55 The transition temperature 7 as a function of U for the nearly half-filled
case. Here, t = 1.0, ¢ = 0.1 and n = 0.98. The pairing state is spin-singlet d,2
wave pairing.
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9.5 Conclusion

In this chapter we have made clear that there exist superconducting states that arise
from the coulomb repulsion in strongly correlated electron systems. In cuprates
the spin-singlet pairing superconductivity is realized near the antiferromagnetic
insulator. In this case the antiferromagnetic spin fluctuations induce attractive in-
teraction with d-wave symmetry. The induced superconducting fluctuations sup-
press the low frequency part of the antiferromagnetic fluctuations as well as the
antiferromagnetic instability. Following this scenario, the superconducting fluctu-
ations induced by the antiferromagnetic fluctuations in the quasi-two-dimensional
systems finally arrive at the superconducting ground state instead of the antiferro-
magnetic states. For the cuprates the antiferromagnetic state is realized only in the
insulating states. This fact means that the kinetic energy gained in the metallic
state is larger than the energy gained in the ordered antiferromagnetic state. The
antiferromagnetic order makes the under-doped systems insulating by hindering
the transfer motion of electrons and holes. The suppression of transfer motion is
unfavourable in energy terms. This is why the superconducting state is realized in
place of the antiferromagnetic states, even though there exist strong antiferromag-
netic spin fluctuations.

In the weak electron correlation system the perturbation method with respect to
the electron correlation U is justified. By this method we can derive the d-wave
singlet pairing superconductivity for the systems from the overdoped cuprates to
the optimally doped ones, and for the organic conductors. Moreover, we can derive
the spin-triplet superconducting state for Sr,RuQy, using the same perturbation
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Fig. 9.56 The transition temperature T, as a function of U for the triplet pairing
case. Here r = 1.0,7" = —0.375 and n = 1.334. The pairing state is spin-triplet p-
wave pairing state. The ‘4th corrected’ means that the ladder diagrams are summed
up to infinite order.

calculation. Thus we can conclude that the superconductivity in strongly correlated
systems arises from the electron correlation itself. The symmetry of the pairing
state is generally determined by the momentum dependence of interaction between
quasi-particles. We can calculate the interaction term by using the perturbation
theory with respect to the coulomb repulsion U.

The perturbation calculation for the vertex function of the Dyson—Gor’kov equa-
tion has been extended up to fourth-order terms by Nomura and Yamada [32]. They
showed that the perturbation series converges smoothly for the d-wave pairing case
and the momentum dependence of the pairing function is the same for all order
terms. The fourth-order terms hardly change the critical temperature T, as shown
in Fig. 9.55. On the other hand, the fourth-order terms for the p-wave pairing
reduce the critical temperature 7.. As a result, the critical temperature 7. shows
an oscillatory behaviour depending on the summed order. This behaviour arises
from the contribution of particle—particle ladder diagrams. Nomura has showed
that by summing up the ladder diagrams to infinite-order terms, we can recover
the convergence of the perturbation calculation, as shown in Fig. 9.56. As a result,
the conclusion obtained by the third-order perturbation theory holds also for the
higher-order perturbation theory. From these calculations, we can conclude that the
perturbation calculation gives reliable results for the superconductivity for both d-
and p-wave pairing states.

Recently the perturbation calculation has been applied to the superconductivity
in heavy fermions. H. Ikeda explained the d-wave superconductivity in CeCu,Si,
[33], Nisikawa et al. obtained the d-wave superconductivity in CeColns [34] and
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UPd,Al; [35]. Nisikawa also explained the triplet p-wave pairing superconductivity
for UNiAl; [36]. In the above cases, two-dimensional Fermi surfaces play essential
roles in realizing superconductivity. Fukazawa et al. explained the d-wave pairing
for the three-dimensional superconductor Celns, where 7. is lower by one order
owing to the high dimensionality [37].

To discuss superconductivity for heavy fermions, we have to start from the renor-
malized Hamiltonian, which is composed of heavy quasi-particles resulting from
renormalization by the on-site coulomb repulsion and the residual interaction be-
tween quasi-particles. The important point is that the renormalization is done by the
momentum-independent part and the superconductivity arises from the momentum
dependence of the interaction. As a result such a separate calculation is justified.
Thus we can discuss the superconductivity starting with the heavy fermion system.
In this case both the kinetic energy and the interaction between quasi-particles are
renormalized by the same factor z [34].

The superconductivity in strongly correlated electron systems was recently re-
viewed from a unified viewpoint in [38].
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Appendix A. Feynman relation

We consider the following Hamiltonian:
H =Ho + 9Hin, (A1)

where H;y is an interaction Hamiltonian and g is a coupling constant. The eigenvalue and
the eigenfunction of H are written as E,(Q) and ¢n(Q), respectively:

En(9) = (¢nIHo + 9Hindl@n). (A2)
Differentiating this equation by g, we obtain
oE d
anég) = (¢n(DITHinl@n(9)) + En(g)£(€0n|(ﬂn>~ (A.3)

Here the second term vanishes because of (¢n|¢n) = 1. Hence using the expectation value
of Hin, we can obtain the eigenvalue En(Q) as

9 1
En(9) = En(0)+/0 dga(¢n(g)|gHint|§0n(g)>~ (A4)

This relation holds for every eigenvalue. Therefore, if we consider the thermal average in
place of the expectation value, the same relation holds for the free energy F(g).
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Appendix B. Second quantization

There are Fermi particles and Bose particles in nature. The former follow the Fermi—Dirac
statistics and their wave-functions are antisymmetric with respect to their interchange.
The latter follow the Bose—Einstein statistics and their wave-functions are symmetric with
respect to their interchange. Let us assume a complete orthonormal set of one-particle
wave-functions ¢ (r) (i = 1,2, ...), and put them in order. Then we represent a many-body
wave-function @ using the occupation number n;, as

o, Ny, ..., N, ..) =N, Ny, ..., N, .., (B.1)
where the following relation holds:
(ny,ny i’ N, Ng, L N, ) = SngSnany’ - - Sminy - - - (B.2)

For this state ® we define the annihilation and creation operators.
For Bose particles:

bdC...nm,...)=y/mdC...,n—1,...), (B.3)
bidC...n,..)=Vm+1oC...n+1,...). (B.4)
For a Fermi particle, using Aj = Zn i
j<i
GO(...m,..)=y/m(=DNOC...m —1,...), (B.5)
GidC...n,..)=V/1=n(=DA®(...,ni +1,...). (B.6)

In the definition of the fermion operators the factor (—1)” is necessary, since the interchange
between the Fermi particles gives a sign change.

Hereafter we write the creation and annihilation operators for both the Fermi particle
and the Bose particle as &' and a;, respectively. The Bose (Fermi) particle satisfies the
following commutation (anticommutation) relation:

[a, 8l = [a', a1z =0, (B.7)

la, a1 = 8- (B.8)
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Using these operators, the one-particle operator F; = Z fi(ri) is written as
i

Fi=>) (ilfili)a'a;,
i

i1f.0) = /¢i*<r>f1<r>¢j<r)dr.

The two-particle operator F, = %ZI " fo(ri, rj) is written as

1 — .
Fo=> injm | f2lkm)a; fa; famax,
km

(ijl f2lkm) = // drdragi*(r)e;*(r2) f2(r 1, r2)ék(r Nem(r2).
The field operators v/ (r) and ¥ f(r) are defined as
YO =) hia,

vl =) ermal

225

(B.9)

(B.10)

(B.11)

(B.12)

(B.13)

(B.14)

Here, depending on & = b; or g = ¢, ¥(r) represents the Bose operator g (r) or the
Fermi operator y(r ). The field operators v (r ) and v f(r ) satisfy the following commutation

relations:

(), v )l = W), vl =0,
[ (), ¥ ()]s =80 —17),

(B.15)

(B.16)

where the sign of the commutation relation takes + for the fermion and — for the boson.



Appendix C. Interaction representation and thermal
Green’s function

When an electron interaction ' is introduced into the system possessing the unperturbed
Hamiltonian H), the total Hamiltonian H is given by

H="Ho+H. (C.1)

Let us discuss how we calculate the physical quantities for this system. Assuming g =
1/kg T, we define the operator () as (kg = 1)

e—(ﬂ—MN)T — —(ﬂo—MN)TS(T)’ (C.2)

ePt=T = g71(7)elo—nir, (C3)

where 1 is the chemical potential and N is the number operator. Using an operator A in

Schrodinger’s representation, we define the operator A(t) in the interaction representation
as

A(r) = eHomilr pg-(lo—uNr, (C4)
For example, when we take 7{ or 7{' as A, we have
Ti(r) = eFo-nlr e (Ho—ue, (C5)
T (v) = el yg- TN, (C.6)
The creation and annihilation operators, Yi(r) and ¥(r), are written in the interaction
representation as
wT(r ,T) = e(ﬂo—/tN)TwT(r )e—(ﬁo—/tN)T, (C.7)
Y(r, 1) = Moy (r)g (o=l (C.8)
The Hamiltonians () and 7{/(z) in the interaction representation are given by replacing
) an ), describing /1 an 1n the Heisenberg representation, with those in the
(r) and ¥ (r), describing 7{ and 7’ in the Heisenb i ith those in th
interaction representation (C.7) and (C.8). When H,, is a free particle Hamiltonian, since
Ho commutes with N, we have simply
Ho(r) = Ho,
N(z) = N.
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Differentiating (C.2) by r and multiplying it by €%0~-#N)* from the left side, we obtain the
following equation for (t):

8?” — —H(0)S(1). (C.9)
T

The solution of this equation which satisfies S(0) = 1 is given by

S(t) = T, exp {—/rﬂ’(r’)dr’}, (C.10)
0

where T, is the ordering operator with respect to . We assume t; > 1, and introduce
11, ) as

T
S(t1, 1) = T, exp {—/ H/(r/)dt’}. (C.11)
The S(t) in (C.10) is written as (t, 0). When 7; > 7, > 13, we have
(11, 3) = 11, )12, T3). (C.12)
For 7, > 15,
S(t1, ©) = S(1)S (). (C.13)
From (C.2) the thermodynamic potential €2 is given by
e T — Ty {ef(ﬂfuN)/T} =Tr {e*(ﬂo*uN)/T S(,B)} ’ (C.14)
Q= Qo — T In(S(B))o, (C.15)
Q=-TIhTr {e*mrﬂ'“)”} . (C.16)

Here, ( )¢ means the thermal average in the unperturbed states.
The thermal Green’s function Ggp(r i 7);r,1) is defined by the operators 1/, (r) and

t I'») in the Schrodinger representation, as
B g p
Gup(rit1;r2m)
_ _Tr[e(muh:l—%:t)/Te(??—ul\il)(n—r»%(r1)e—<7%A—uN3(n—rz>1/,ﬂr(r2)] (1) > 1)
:I:Tr[e(m“’\“H)/Te(“““\')(’l‘mwﬁT(rz)e‘(H‘“N)(“‘mwa(r1)] (11 < ).
(C.17)

The + sign takes + for fermions and — for bosons. Putting 7y —, =7tand 8 = 1/T, we
have the relation

G(r < 0) = ¥G(t + p). (C.18)

Green’s function (C.17) can also be represented by ¥, (I, t) and wﬁT(r , T)in the Heisenberg
representation as

Yo(r, 7) = ety (e (ol (C.19)
W, 1) = ey iy (ot (C.20)

Gup(r 1711 2T2) = —Tr{e @ N0 TT y (v 1) (12, )}
= —(To Y (r1, )V (ra, 1)) (c.21)
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In the interaction representation, when t; — 7o = 7 > 0, Green’s function can be written
by ¥ (r, r1) and l/ff(rz, T) in the interaction representation as

Gup(r 1711 212) = —e¥ T Tr{e~ 1N/ T gy 51 (g))eMo=#Nmy, (r )
% e—(ﬁo—/LN)fl S(‘Cl)s_l (.r2)e(7:fo—MN)1’2 wﬁT(r 2)e—(7:lo—//-'\])fz S(‘L’z)}
= —¥T Te(e TN/ TSB 1) (r 1, 1) T1, V5 (F2, T) ST}
(C.22)

Forty— =1t <0:

Gap(r1m1ir2m) = 26T Tr(e™ "o NI S8 1)y (s, ©) S(ra, 1)Vl 1, 1) ST
(C.23)
Equations (C.22) and (C.23) can be written in a formula as
Gap(r171:1272) = —€¥/T Tr(e otV TT [y (ry, vy (2. )SB)]). (C.24)
Using (C.14), we have

Tr{eHo— N/ TT [y (r 1, 1)V (12, ) SB)1}
Tr{e-Fo-rNITS(p))
(Tera(r 1, TV (M2, 12)S)o

e , C.25
(So (€29

Gup(ritisramn) = —

where (- - )¢ is
(- o = Tr(e@+uR-To)/T _y (C.26)
and S= S(f).

Now let us consider the Fourier transform of G(t). Since G(7) is the periodic function
with period 28 =2/T,

G(r)=T)Y e G(w), (C.27)
[
1 [F
G(w) = —/ €27 G(r)dr, (C.28)
2 J-p
o =IxT (I : integer). (C.29)

Using (C.18), we rewrite the integration for 7 < 0 in (C.28) as
1 ) B
G(w) = 5(1 T e"""ﬂ)/ €97 G(r)dr. (C.30)
0

Hence wy is confined to the following value:

e+ DeT (fermions)
@ = {2I7‘[T (bosons) (€30
For a free particle Kk, Green’s function is given by
G’(r) = —(T.a(®)a' (0)), (C.32)

a(t) = ef(ﬂO*,uN)ake*T(Ho*ll-N) — g kW g, (C.33)
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The Fourier transform of (C.32) is given by
Gl(w) =l +u—ead ™. (C.34)

Now we consider the stationary property of the thermodynamic potential €2 in (C.15)
with respect to the variation of the self-energy X. This property is important in calculating
the electronic specific heat:

B
(S(B))o = <Tf exp {— / H’(r’)dt/}>
0
" B B
=1+ Z = ) /0 B ./o dz; -+ don(Te[H'(z1) - - - H' (zn)])o-

(C.35)

From (C.35), Q2 is given by
Q= Q- TIn(S(B))o

n+1
=QO+TZ( D f /dn ST (T [H (@) -« H (7)) comn
n=1

o0
=Q0+ ) . (C.36)

where conn means taking only the connected diagrams and neglecting the disconnected
ones. The term 2, is the contribution of the nth-order term to 2, and is written as
1

1 :
=T Z - an(zl) (z =@+ DixT), (C.37)

where X'y,(z) includes the improper self-energy. Green’s function Gy(z) for the total
Hamiltonian H = H, + H’ is written as
Gk(z) = GK’(z) + G« (2)Zk(z)Gk(2)
=G @) + G’(@)T'k(@)G @), (C.38)
where G°(z) is Green’s function for Hy and Xy (Z) is the proper self-energy.

The factor 1/n in (C.37) makes our calculation difficult. To avoid the difficulty, we
introduce a parameter A representing the strength of the interaction H’, and obtain

1 A

Ez/kn(zl A = / Sz c A)dA /A (C.39)
0
Using (C.39), we obtain
Q=Q+ ﬁ / G(2)X k(z : A)dA /A, (C.40)
ki
— X
S = S+ TG T e = AT EIZ (C.41)
Z — &k — Xk

From (C.40) and (C.41), 2 is given by

Q=Q+ 5 (C.42)
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Thus the following relation is obtained:

o _ 1 > Bz MG : M) (C.43)
- 284

Now we consider the following equation:

1
Y=—3 > e flog(er + Tu(@) — 2) + Guz) D@} + Y. (C44)
ki

where Y’ is the sum of all the diagrams in which G’(z) in the closed loop diagrams
representing the terms of Q2 are replaced by the full Green’s function Gg(z). Here Gg(z)
includes the self-energy correction. Considering Y as a function of ¥x(z), we obtain

aY Y’

5= B Z k(2)[GK(@) + o (C.45)
3y’ )
5 3 ZZ{GM)} = kn(2)
=3 Z{Gk(zl)}zzk(zl)~ (C.46)
|

Here, ~"kn(Z) is the nth-order proper self-energy in which Gz) is replaced by Gy(z).
From (C.45) and (C.46),

aY

0% (z)

This result means that Y is invariant with respect to the first order of Xy. As a result, when
we differentiate Y by A with a fixed u, we can neglect the change of Y through ¥y and
obtain the following result:

(C47)

1 1 02
= — G >"kn = — G > =A—. C.48
2ﬂ;; k(2)Z kn(2) 2/3; K(2) (@) = A (C.48)

From thisresultand Y (A = 0) = Q, we obtain Y = Q. The first-order correctionof Y’ = Q'
can be obtained by opening 2n electron lines in the closed loop diagrams, and the factor
1/2nin (C.37) is cancelled by the number 2n of opened diagrams. We obtain

1 1
Q== _— ¥ . C.49
%:Zl—t?k—zk(zl) «2) ( )

Hence, when we consider the first-order correction, (C.44) can be written as
1
Q=2 > & floglei + T(@) — al). (C.50)
K
Now let us prove the following result:

1 0%, 1 0

J=— [ dze®¥ (=2 )G, (2 = ——,[ dz2,(2)—G,(2) = 0, (C.51)
27i Je 0z 27l Je 0z

where T = 0 and the integral path is taken along the imaginary axis. The integral J given

by (C.51) is obtained by taking a derivative of G, (2) in €’ given by (C.49) with respect to z.

In the case where the variable zis included in only the special G, (z), J = 0 is easily shown
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by a partial integration. We therefore have to prove the relation when z is also included in
the other Green’s functions through energy conservation. For this purpose let us consider
the following function:

4

iy
dzd2,dz;dz8 —z— =
/C 2102,02:d2:8(21 + 2 — 2 — ) (Z o

) GU] (Zl)Gaz(ZZ)GU3 (23)654(24),
i=1 !

(C.52)
where the sum )" means taking the sum over the derivatives of the Green’s functions
possessing only o spin. If the interaction is spin-independent, o0y = 03 = o and 0, = 04 =

o’. In this case, by partial integration, we obtain

Foro’ =o:
0 0 0 0
—t—+ -+ —)za+zn-2z-2)=0. (C.53)
0z 02y 0Zz 0%
Foro’' #o:
o 20 Sz +2—2 )=0 (C.54)
71 PR 1 2 3 —244) =0 .

Thus, J = 0 is obtained. The integral (C.51) can be rewritten as the integral along the real
axis by analytic continuation. The result is given by

/ dof () <—llm)G (w+)82 (@) _ . (C.55)

where f(w) is the Fermi distribution function.

Now let us prove the Luttinger theorem. As noted in Chapter 2, it is clear that the
volume of the Fermi sphere is invariant with respect to the interaction from the principle
of continuity. Generally the Fermi surface is transformed by the interaction. Therefore we
need a proof showing that the volume surrounded by the Fermi surface is not changed by
the introduction of electron interactions as far as the system remains in the Fermi liquid.
The number of particles N is given by the thermal Green’s function as

1
N = kZ 5 Zemeka(z.). (C.56)

Assuming T = 0 and changing the summation along the imaginary axis into the integral,
from (C.51) we obtain

N = Z f o log[ek + Z(2) — 7. (C.57)

Then we transform the integral path along the imaginary axis into that along the real axis.
Noting that Im Xy (X) vanishes at X = u and changes its sign, we obtain

1 .
N = kZ —Imlogleic + Si() — w4041 = kze(u — e — Sw).  (C38)

When we define the Fermi surface by the following equation:

p— ek — Z(n) =0, (C.59)
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we obtain
N= Vi = o [ koG — e - Do) (C.60)
@2n)y @2n)
The N in (C.60) is written by the volume Vs for the non-interacting case as
= (2279)3\/“0' (C.61)
Thus, we obtain the relation
Vs = Vs, (C.62)

The volume surrounded by the Fermi surface is invariant.



Appendix D. Linear response theory

Assuming a system in the thermal equibrium att = —o0, let us consider the grand canonical
ensemble. Using the thermodynamic potential €2, we write the density matrix pg as

po = e PMo Ty e PHo = P10, (D.1)
When a perturbation '(t) due to an external field is applied to the system, we put

H = Ho +H'(1), (D.2)
p=po+p ), (D.3)

and consider the first-order change of the system in 7' (t). In the first-order term with respect
to H/, the following equation holds:

iha— = [Ho, p'T+ [H', pol- (D.4)

The solution of this equation is given by

0o’
t

Pt
pt)=—1 f dt’e” DM 1), pole O (D.5)
h) . , . .
Using p’(—o00) = 0, we can confirm that (D.5) satisfies (D.4) by differentiating (D.5) by t.
Assuming an operator A independent of t, we write the external perturbation H'(t) as
H'(t) = —AF(1). (D.6)

Later we assume F(t) ~ €719+ where § is a positive infinitesimal. This time dependence
represents A applied adiabatically from t = —oo. Here we assume that owing to A the
physical quantity B changes from its thermal average By = Tr pyB = 0 into

(B) = Tr p'B. (D.7)

To obtain the linear response of B to A, we insert (D.5) into (D.7):

i t 1 ’ i ’
(B) = % f F(t)Tr{e o MA, pole Mot/ Bydt

—00

: t
= % f e " UHUTHIA, po]B(t — t)}dt’. (D.8)
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Here if we putt — t’ = 7, we can see that (B) possesses the same time dependence €~

and (B) can be written as

(B) = 7y g a(w),
XBA((U) — %/ eiwrférTr[efiHor/h[A’ po]eiHof/h B]d‘L’
0
_ _;_1/ dre“ = ([B(1), Al),
0

B(T) — eiH(JT/h Be—i'H[)T/h.

Equation (D.9) is the linear response to A.
Now let us rewrite (D.10) as follows. If we put

X(t) = Tr(e ™A, pyle "B,
(D.10) is written as

xea(w) = I—f et (t)dt.
h Jo

Using the partial integration for (D.13), we obtain

[ X(0 oo dot=dt g x(t
xBa(w) = ! |:——( ) —/ - ax )dt:| .
0

h i 15) dt
From
L dX(1)
X(0) = — et dt,
0) /O o
we obtain

ifedet -1 dX(t
- e ( )dt.
h 0 lw dt
Let us calculate d X(t)/dt. As py and exp[i Hot/h] commute each other,

xsa(w) =

X(t) — Tr[e—iHot/hAeiHot/hpOB _ poe—iHOt/hAeiHot/h B]
Differentiating the first term by t and putting A = i (HoA — AH,)/h, we obtain
i , . ) .
FTrle™ e (AR — Ho AT pgB] = —Tr{ Ao B(D] = —(B(DA).
Adding the derivative of the second term in (D.17) by t, we obtain
dX(t) . .
BT —(BMOAWO) — A(0)B(1)),

where A(0) = A.
Introducing Green’s function

KR(t) = —%Q(I)(B(I)A(O) — AO)B()),

iwt+8t
9

D.9)

(D.10)

(D.11)

(D.12)

(D.13)

(D.14)

(D.15)

(D.16)

D.17)

(D.18)

(D.19)

(D.20)
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we can write (D.16) as

[} eiwt -1 R
xea(@) = —/ ——KRbt. (D.21)

[ee]

Using the Fourier transform KR(w) of KR(t), we obtain

KR(w) — KR(0)

xsalw) = — (D.22)
lw
From this equation, we can calculate yga(w).
For simplicity, here we put T = 0 and F(t) = §(t). Then (D.8) becomes
0 (t <0
(B) = pealt) = (D.23)

fﬁ<0|[A, B)II0) (t > 0),

where |0) is the ground state. The function pga(t) is called the response function. Since A
operatesatt = 0, fort < 0, @ga(t) = 0. This result means causality. The general function
F(t) is written as

o0
F@) = / F(tHé(t —tHdt’. (D.24)
Then (B) can be written as
o
(B) = / F(t)epa(t — tHdt'. (D.25)
—0oQ
Next, let us consider the Fourier transform of the general form of F(t)
1 o :
Fit)= — f F(w)e ' “*tdw. (D.26)
27 J_o
Since F(t) is real, F(—w) = F*(w). In this case xga(w) in (D.9) is written as
0o ,
XBA(®) = / el ggathdt’. (D.27)
0
If we assume (B) is real, xga(w) = {xga(—w)}*. For F(t) in (D.26), (B) is given by
1 > _
(B) = — / e "UE (W) xpa(w)dw. (D.28)
2 J_o

Using the complete set of eigenfunctions |n) and the eigenvalue E, of H,, we put
En — Eo = wno. Writing (0] A|n) as Agn, we obtain

0 (t <0)
Por0 =1 5D AnBrod et — BinAe™ ) (> 0) (D29)

We can see that gga(t) is real from (D.29). Inserting this result into xga(w), we obtain

nAn an
XBA(CU)ZZ{ Bon Ao Aon B } (D.30)

—~ |0 —wno +1i6 _w+wn0+i8

The xpa(w) has a singular point at @ = Fwng — i8. Since wpg is continuous, xga(w) pos-
sesses a discontinuity when w crosses the real axis. Thus, yga(w) is analytic in the upper
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N\

[
[

Fig. D.1 The integration path C.

half-plane. Now we consider the Fourier transform

1 [
XBA(t)ZE/ e ypa(w)do. (D.31)

For t < 0, the integral path of w can be chosen as that along the half-circle in the upper
half-plane. By using this integral path, we can confirm that xga(w) vanishes since it is
analytic in the upper half-plane.

On the other hand, in the limit w — o0,

1
xea(®) ;(OI[B, AlJ|0). (D.32)
If B and A commute each other, xga(w) vanishes. In this case we calculate the next order
terms, 1/w*:

1 1
xBalw) ~ e anO{BOnAnO + AonBno} = _E(O”[H’ Al, B]|0). (D.33)
In general, xga(w) vanishes in the limit w — oo.

Here, we consider the following integral. The integral path C is shown in Fig. D.1. From
the causality, xga(w) is analytic in the upper half-plane the following integral vanishes:

/ XeA @)y _ o, (D.34)
C

o —w

where the contribution from the half-circle with infinite radius vanishes. Since the integral
along the small half-circle gives —im xga(w), the following equation holds:

f xsa(@)P do' =i7xga(®). (D.35)

/
0o o —w

Here, if we put xga(®) = xga'(w) + i xsa” (@), where xga'(w) and xga”(w) are the real
and imaginary parts, respectively, we obtain the equations

/ 1 *© " / 1 /
XBA (@) = —/ XBA (0)P— do’, (D.36)
T J o —w
" 1 *© / / l /
XBA (@) = —— xeA (@)P— do'. (D.37)
T J_ W —w

The above relations are called the Kramers—Kronig relation.
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Moreover, the following equations hold as the sum rule:

/ xea(@)do = —ix (0][B, Al0).

oo

If [B, A] = 0, the following equation holds:

o]

/ xea(@wdo = —ix (0][[Ho, Al, BII0).
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(D.38)

(D.39)



Appendix E. Transport equation derived by Eliashberg

We give a derivation of the transport equation in a degenerate Fermi system [1]. The response
to an external field E is current density j = ev, and the time derivative of perturbation A
is also given by | since A = er E in (D.6).

From (D.22), the electric conductivity o,,,,(w) is given by the correlation function between
current fluctuations:

1 :
o) =€ > gty —Im Kig ko (@ +16). (E.1)
kk’,o0’

Here Kys.ko'(w +18) is obtained by analytic continuation from a two-particle thermal
Green’s function Ky, ke (iwm) in the upper half-plane, that is, we put iwm (wm > 0) as
 + 13 in the following:

/T ) K
Kko ko (iwm) = / d. e“n* (T,a'k(,(r)ak(,(r)ai,d,a(/(,r), (E.2)
0

aka(T) — e(H_MN)takge_(H_MN)t. (E3)

In our Hamiltonian, electron interactions exist among electrons, and give the self-energy
and vertex correction in (E.2). There are two terms with and without vertex correction
[(e, &’; w), as shown in Fig. 7.5:

Kkokigoiom) = =T Y Giiq(en + ©m)Gi(en)
n

-T? Z Gk+q(8n + wm)Gk(Sn)Fkk’;q(Sn, &n'; Wm)

n,n’,k’
X Gk 1q(en + om)Gr (en). (E4)
In order to carry out an analytic continuation in (E.4), we need to study the analytic properties
of I'. By using the Lehmann expansion of the two-particle Green’s function K (en, &/; @m),
Eliashberg showed that K (g, &’; w) possesses singularities as a function of the complex
variables ¢, ¢ and w, when
(@ Ime=0, Im(e+w)=0, Ime =0, Im + w)=0;
(b) Im(s+¢ +w)=0;
(¢) Imw=0, Im(e—¢)=0. (E.5)
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Ime

2,1) (1,1)

(3.1 :
) 3 I

~ I
1

1 Imé

’

s

.
N |
N § G

N

32 @ U (12
77777777 IV L e io)=0

3.3) poed (1.3)
Im(e +iw,)=0

Fig. E.1 The definition of the region [(I, m), N].

These singularities correspond to cuts parallel to the real axis in the complex planes of each
argument. The whole space of the variables €, ¢’ and w is thus divided into several regions,
in each of which I" is an analytic function of any of its arguments, while the values of the
other arguments are fixed.

We are interested in the properties of vertex I'(g, &’; w) as a function of ¢ and &’ for a
fixed value of w, with Im w > 0. The analytic properties of I" are shown in Fig. E.1, where
singularities are plotted in the Im &, Im ¢’ plane. The lines drawn in the figure divide the
plane into 16 regions, each of which corresponds to a function I" which is analytic in that
region for any of its arguments. Following Eliashberg, we obtain

. 1 o € ctw £
Kkg’kfaf(a) + |(S) = —M /700 de [thﬁ Kl(é‘, C()) + (thT - thﬁ)
+
x Ky(e, ) — th82—_|_w Ks(e, a))i| , (E.6)
where
3 1 o0
Kie.@) =060+ (e 0) Y s [ T sl @) (E)
m=1 —00
Here g is given by (w > 0)
gi(e, w) = GX(e)G (e + w), (E.8)
% (e, ) = G*(e)GR(e + w), (E.9)
G3(e, ) = GA(e)G (e + w), (E.10)

where GR and G* are the retarded and advanced Green’s functions, respectively. The quan-
tities 7, are connected with the functions I'i, which arise from the analytic continuation
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of the vertex part. Eliashberg derived the following relations, by careful analysis:

8/
Ti(e, &'s0) = th—=T"1'(e, ¢’; )

2T
¢ —e it / I /
+cth oh [T1i''(e, &s0) — T1'(e, £ 0)] (E.11)
gd4+w g
Tir(e, &) = [ th———" — th— | Tja(e, ' ), E.12
12(¢, & w) ( T ZT) 12(¢, &5 w) (E.12)
Ti3(e, ¢'0) = — th™ 2—:_60F131(5, ¢ w)
’
—oth SO [P ) - Tle s5w)] . (B13)
/
Toi(e, &) = th;—Tle(e, ¢ w), (E.14)
g —¢ g
Tn(e, &';0) = | cth —th— | Ty /N(e, &';
2(e, &' w) (C T 2T> 2 (&, & w)
+ <th$ - cthgz__l_ 8) e, & w)
+ (thS;w — cth® +28T+w> Ve, &' w), (E.15)
g+w

T, €';w) = —th T (e, &';w), (E.16)

8/
Tri(e, e';0) = th==T13'(¢, &"; )

2T
!
+enE TR [y e, o) - Tyle 5], BIT)
’ /
Tanle, €' ) = (thg ;fr“’ _ th;—T> Ta(e, £'; ), (E.18)
Tis(e. &) = —th™ ;rwl"asl(e, )
_cthE — £ [Mss(e, s 0) — Tylle, €5 )] (E.19)

When we approximate the Green’s functions by poles near the Fermi surface, we obtain

Oi(e. ) = [GR(e)]”
=27 —ef +18)72, (E.20)
z2328(s — &)
o+2yf—v-q
O(e, w) = Qi(e, w)*. (E.22)

Here we have assumed w < T and vq < T. Among the quantities g, only the function
(ke : qw) = GE+q(8 + a))G‘k*(e) depends appreciably on w and q.

Ox(e, w) = 27i (E.21)
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Fig. E.2 Diagrams for K; and K;.

We consider now the properties of the quantities 7j,. We introduce the irreducible parts
T D obtained as a result of the analytic continuation from all diagrams I'V(en, &};; wm)
Wthh do not contain a pair of lines of the type G(en + wm)G(en). We can easily verify that
Tim satisfies the equation, k = (K, ¢):

Tim(k, K5 q) = 0 (k, K5 Q)

+m2y/&mWﬁ%kwmqumewq> (E23)
This equation means that 7j,, can be written as a sum of diagrams containing different
numbers of irreducible parts 7", which we depict by shaded rectangles and which are
joined by pairs of lines g that we call section |. We have shown that among the three
functions @i only g, depends appreciably on w and q when w and ( are small. We introduce
for each function 7y, the totality of diagrams 7}, © which does not contain the section 2.
We shall then obtain one equation for 73;:

Tk, K3 q) = 7’2(2(’)(k K:q)
[ TR K ek DT K. B24)

2| (2 )4

We show now that the conductivity ,,, can be expressed in terms of the single function
T5, only, while the other 7j;, determine the values of renormalization constants. Bearing in
mind the case w < T, qu < T, we retain the dependence on w and q only in g, and Tj,.
From (E.1) and (E.6), we need only be interested in those diagrams K (¢, w), K3(¢, ) and
K, (e, w) which contain at least one section 2.

All those diagrams for K;, K3 and K;(e, w) are illustrated in Fig. E.2, in which the
rectangles correspond to the quantities 7’ which do not contain section 2, and a circle
represents 75;. Substituting the expressions for K; corresponding to these diagrams into
(E.6), and applying (E.21), we obtain

(@) = Z 1 cosh™? [(ef —w)/2T]
o(w V)
" 2Q MOT o —woqt2iy K

cosh*[(ef — w)/2T1Ta(k Ks0)
+- Z
;Zk k”ZT @—v-q+ 2y —v-q+2y <
(E.25)

where ¢, vg and z, are the energy, velocity of a quasi-particle and renormalization factor.
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The term 7y, is the vertex correction due to the electron correlation U. The damping rate
of a quasi-particle ;" is given by

)/k* = —2z Im Z(0). (E.26)
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[1]1 G. M. Eliashberg, Sov. Phys. JETP 14 (1962) 886.
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