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An approximate analytical scheme of the dynamical mean-field theory
(DMFT), that is used for electron systems with Hubbard correlations and is
exact in the limit of the infinite dimensionality of a space, is developed. The
effective single-site problem arising in the framework of this method is for-
mulated in terms of the auxiliary Fermi-field. The irreducible Green’s func-
tion technique with the projecting on the Hubbard basis of Fermi-operators
is used for its solution. A system of DMFT equations is obtained in the
approximation which is a generalization of the Hubbard-IIl approximation
and combines it with a self-consistent renormalization of the local electron
levels. It is shown that the proposed approach includes as simple spe-
cific cases a number of known approximations (Hubbard-11l, AA, MAA, ...)
based on the assumption of the single-site structure of the electron self-
energy.
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1. Introduction

Strongly correlated electron systems have been the subject of a growing attention
of the investigators in recent years. Despite the relative simplicity of the models used
for their description the theory of electron spectrum and thermodynamic properties
of such systems is far from its final completion. The use of localized (atomic) basis
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of electron states is the general feature of the models. Corresponding Hamiltonians

H=Y H+)> Y tijala (1)
g (i7)

o

include, on the one hand the electron transfer (hopping) ¢;; between neighbouring
sites (atoms) in the crystal lattice and on the other hand the short-range single-site
electron correlations. It is primarily the on-site energy of Coulomb repulsion U in
the case of the Hubbard model and the models based on that one:

Hi = U”nnu - MZ’I’LZ'U . (2)

Models like (1), (2) can be solved exactly in two limiting cases: atomic limit
(t = 0) and band electrons (U = 0). Near these extreme cases the expansions
in terms of ¢t or U are used, but the consistent formulation of the perturbation
theory especially in the case of strong coupling is not a simple task. The case of an
intermediate coupling ¢ ~ U is more complicated for consideration. In this region
of parameter values, the splitting in the band electron spectrum and the metal-
insulator transition takes place.

Due to the presence of strong electron correlations, a state of the electron sys-
tem and its properties depend essentially on the mean electron concentration. At
a different filling of electron states and depending on the relation between t and U
parameters, the system can be paramagnetic or the transition into ferro- (antiferro-)
magnetic phase can take place. In the case of a more complicated structure of the
Hamiltonian H; (due to the allowance for the other, besides electron, degrees of
freedom) or when the interaction is extended to the nearest neighbours in a lattice,
the charge ordering can appear; the effects of phase separation become possible as
well. The listed phenomena are the subject of study in the framework of various
approaches and methods.

A new impulse in the investigations in this field is connected with the devel-
opment of a new approach having its origin in works [1-3] where the study of the
(1), (2)-type model in the limit of infinite dimensionality of space (d = oo) has
been proposed. Due to principal simplifications taking place in this case in the per-
turbation series the possibility exists to obtain exact results using the scheme that
corresponds to the well known coherent potential approximation (CPA) in the the-
ory of disordered crystalline alloys. The rapidly developing corresponding method
became known as the dynamical mean-field theory (DMFT).

The central point in this method is formulation and solution of the auxiliary
single-site problem. An initial model is mapped on that one while considering one
site characteristics of the electron spectrum, such as single-site electron Green’s
function (see [4-6], as well as the review [7]). In this case the separated lattice site is
considered as placed in some effective environment. Since the processes of electron
hopping from the atom and returning into the atom are taken into account, the
mean field acting on the electron states of the atom possesses a dynamical nature.
This field is described by the coherent potential J,(w) that should be determined in
a self-consistent way.
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Mean-field approach to strongly correlated electron systems

Only in some simple cases the single-site problem can be solved analytically. In
general, including the Hubbard model, the application of numerical or seminumerical
(such as quantum Monte Carlo or exact diagonalization, see [7]) methods turns out
to be necessary.

At the same time it is of interest to develop approximate analytic approaches to
the solution of the single-site problem. Their application at that stage is more effec-
tive than at considering the full model (a short review of such attempts was given
recently in [8,9]). The availability of the analytical (even of approximate) method is
useful especially for new models as well as at the transition to the finite dimension-
ality of the system. The accuracy of approximation can be estimated relating to the
results of numerical calculations.

In this work the approximate scheme of calculation of the electron Green’s func-
tion for the auxiliary single-site problem is proposed. The approach is based on the
technique of the irreducible Green’s functions. The procedure of projecting onto the
basic set of operators is used (the set consists of the single-site electron Hubbard
operators of the Fermi-type).

The recipe is given for the construction of the system of equations for the coherent
potential and self-consistency parameter (having the meaning of a static part of the
effective internal field) in the approach that is a generalization of the Hubbard-
[T approximation. Specific cases are considered corresponding to the more simple
approximations of the alloy-analogy (AA) or modified alloy-analogy (MAA) type
[10,11] in the DMFT method as well as to the certain decoupling procedure in the
two-time Green’s function method when applied to the initial electron problem.

2. Hubbard model and similar models in a limit of infinite di-
mension of space ( d = o©)

The transition to the d = oo in the DMFT approach is accompanied by the
scaling of the electron transfer parameter
t*
) 3
N g

In the case of d-dimensional hypercubic lattice with an electron spectrum

t =

o= 2 ok (4)
= cos kqa,
; \/Eazl

this procedure leads to the Gaussian density of electron states [2]

1 _w?
p(](w) = 2\/7_Tt*e 4672 (5)

The average kinetic energy remains constant in this case in the limit d = oo.
The scaling (3) has a significant effect on the structure of diagrammatic series for
single-electron Green’s functions of the model of the (1) and (2) type. In particular,
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the irreducible self-energy part of such a function becomes a purely local (a single-
site) quantity [2,3]:
Yijo(w) = Yo (w)dij, d = 0. (6)

The Fourier-transform of 3;; ,(w) is hence momentum-independent
o (k,w) = So(w). (7)

This leads to tremendous simplifications in all many-body calculations for the Hub-
bard model and related models and enables us to obtain the exact numerical results
for the main parameters of the electron spectrum, to describe magnetic phase tran-
sitions and the metal-insulator transformation etc. (see, for example, [7,9]).

The possibility of obtaining exact solutions in the d = oo limit opens the way to
the development of a theory based on the expansion in powers of 1/d (the results for
d = oo can be considered as zero approximation in this case). Such approaches have
been elaborated for the last few years [12,13]. On the other hand, consideration in
the framework in the d = oo limit is not only of an academic interest. It turns out
that a set of the known approximating schemes or methods is correct in the d = oo
limit. Besides, the obtained physical conclusions can be transferred in many cases
to the system with finite dimensions keeping their suitability even at d = 3.

The formal scheme of calculating the electron Green’s functions and the main
thermodynamical quantities can be developed basing on the diagrammatic expan-
sions in powers of interaction parameters (such as energy U in the case of the Hub-
bard model) or matrix elements of the electron transfer ¢;;. The electron Green'’s

function in (/2, w) representation

Gy (w) = 3 MGy o (w) ®)
i—j
can be expressed in the first or in the second of these cases as
Gfw) = : ©
w+p—t — X, (w)
or
Gfw) = = (10)

B b
where 3, (w) or =,(w) are the self-energy parts, which are irreducible (in the dia-
grammatic representation) according to Dyson or Larkin, respectively.
To calculate the ¥, (w) (or Z,(w)) function, the effective single-site problem
is used. As was shown in [14], the transition to this problem corresponds to the
replacement

B B
e PH —y o= PHet — o=BHOT oxpy {—/ dT/ dT/Z Jo (T — T’)aj(T)aU(T’)} . (11)
0 0 =

where
Hy, = H, (12)
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and J,(7—7") is an effective auxiliary field which is determined self-consistently from
the condition that the same self-energy part =,(w) determines the lattice function
(10) as well as the Green’s function G@ (w) of the effective single-site problem. The
last one is connected with Z,(w) and J,(w) by the relation

G (w) = : (13)

In this case

G(w) = Gip(w) = — > Gr(w). (14)

Dynamical field J,(7 — 7') describes electron hopping from the given site into
the surroundings and vice versa; the electron propagates in the environment without
going through this site between moments 7 and 7’. The expression

Go(w) = tuti; Gy, (15)
kj

corresponds to this situation (the relation (15) is known from the standard CPA
scheme [15,16]); here GI(C?,J is the electron Green’s function for a crystal with the
excluded site 7.

The set of simultaneous equations (10), (13) and (14) becomes closed when it is
supplemented by the functional dependence

Gy (w) = f([Jo(@))), (16)

which is obtained as the result of solving the effective single-site problem with the
statistical operator exp(—fSHeg). It is possible to do this in an analytical way only
in some cases of simple models (a Falicov-Kimball model [17]; a pseudospin-electron
model at U = 0 [18]; a usual binary alloy model). In general, numerical methods are
used.

The scheme described lies at the basis of the above mentioned DMFT approach
used in the last years in describing strongly correlated electron systems.

3. Electron Green’s functions of the effective single-site
problem

As it was mentioned, the central point in the DMFT approach is the solution of
the effective single-site problem and the determination of the connection between
the dynamical mean field (coherent potential) J,(w) and the single-site electron
Green’s function G(@(w). We propose in this work an approximate scheme, which
is based on the technique of the irreducible two-time temperature Green’s functions
and leads to the results having an interpolating character. The Hubbard model is
taken into consideration to illustrate the method.
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Let us reformulate a single-site problem introducing explicitly an effective Ha-
miltonian

f{eﬂ“ :HO+VZ(GZ-_€U+§:GU)+H§7 (17)

where the auxiliary Fermi-field is brought in. It describes the environment of the
selected site and formally is characterized by the Hamiltonian H¢. The single-electron
transitions between the site and the environment are taken into account.

An explicit form of the Hamiltonian H, is unknown. Let us consider, however,
the Green’s function

Gr(w) = (&) (e (18)

for auxiliary fermions as the given function. The function G, (7—7")=(T7¢S (1), (7))o
(where averaging is performed with the part H¢ of the Hamiltonian (17)) corresponds
to the function (18) in the Matsubara’s representation. It is shown in appendix A
that the expansion of the exp(— Bf:leﬂr) operator in powers of V' and the subsequent
averaging over the states of £-subsystem using the Wick’s theorem and the functions
(18) leads to the statistical operator (11):

(exp(—BHe))"") = exp(—BHep)- (19)

The relation
21V?G,(w) = J,(w) (20)

takes place in this case.

The obtained result points out to the possibility of the Green’s function G'(? (w)
calculation based on the Hamiltonian H.g. The averaging over the a, a’-variables
is performed with the use of the Gibbs distribution while over the &, £ T-variables it
is done with the help of function (18).

Let us write the Hamiltonian (17) for the case of the Hubbard model in terms
of Hubbard operators

Heff — —M(ZXUU+2X22)+UX22

FVINX +0X> )6 + XY +oX 7))+ He.  (21)

Here the standard basis of single-site states is used (o0 = +, —)

0) = [(1=ny)(1—ny)), |=)

—) = [(1 = ny)ny),
12) = ngny), +) (22)

np(1—ny)).

= |
= |
In this case the Green’s function G'®(w) can be written in the form

G =X X))o +o (X[ X277 )t o (X2 X0 )+ (X2 X2 7)), (23)

(a representation in terms of two-time Green’s functions is used).
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We will write the equations for functions (23) using the equations of motion for
X-operators:

i%XOU(t) = [XOO" -F-leff] = _MXOJ + V(XOO + XUU)ga
+ VX779 _, + UVXO%:, ’
d ~
iaXﬂfQ(t) = [X*o,QHeH] = (U _ ,M)ng’z + UV(X22 n X70770)£J

—oVX 7 . — VX2t (24)

As a result, we have

(w0 + IH{XVIXT) = - Agg + V(X + X776 |X7)

+ V(X779 |X7) + oV (X, [X7)),
(W p=U)((X77|X7) = oV {((X*?+ X"779)&[X))
— oV {{(X777€_,| X)) — V(X[ X)), (25)
where A,, = (XPP + X9); Apy =1 —n_p, A_s0 =n_,.
Let us separate in Green’s functions of higher order the irreducible parts using

the method developed in [19,20]. Proceeding from the equations of motion (24)
we express derivatives i%X 07(=:2) a5 a sum of regular (projected on the subspace

formed by operators X%, X~92) and irregular parts. The latter ones describe an
inelastic quasiparticle scattering. We obtain
I:XOO" f{eﬁ] — _MXOU + a(l)UXOJ + O[(Q)UXfo,Q + ZOO"
[X—O’,Q’ ]jleff] — (U . M)X—J,Q + al—a,QXOU + az—a,QX—a,Q + Z—0'72' (26)

Operators Z% and Z79? are defined as orthogonal ones to operators from the
basic subspace:

<{ZOO’(*0’,2)’XUO}> — 0,
{Z2%CP X>77)) = 0. (27)

These equations determine the coefficients a2 7%,

Using the described procedure we come to the expressions

ZOU _ V (XOO + Xaa)ga +V X—O’,O’g_a +UV XOQg—_I—J’

Z77 = oV(XP 4+ X776 —oV XT7E, =V X (28)

where

(XP+ X)), = (XD + X7,

(X22 _i_XfU,fo)fo — (X22 _i_XfU,fJ)fo’

X o° = X 9° _ 1 X—J,O XOO’ _ 1 XZJ X—J,Q
{o = §o— (60 ) ——(X7E,) ,
AOO’ A2,7O’
024+ __ 024+ 1 o2 ¢+ 0o 1 + 0,—0c —0,2
X ffo - X gfo AO <X 570>X A2 <£7O’X >X . (29)
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In this case

Q% = —ga;%? = v
1 1 AOO. g
a = —ga;? = — v o
2 2 Az,fg Po
o = (EoX %) +0o(X7EL,). (30)

(here we put ¢, = ©%).
The set of equations (25) can be rewritten now in the form

<w—ao Jﬁ%><<<<xoawxa°>> >:<%+<<Z°"|X”°>>>, (31)

oa-s WD, (X=721X70)) ((Z7721X%)

where a notation is used:

LV

g = — & Yo

H AOU‘P

by = —pu+U+ Oo - (32)
A2,7O’

An equation for Green’s function ((Z%(=%2|X?%)) can be obtained by means of
differentiation with respect to the second time argument:

(2D X)) (w + p) =
_ <<ZOO’(*O’,2) |Xo,0>>a(1)0 + <<ZOO’(*0’,2) |X2,fo>>oé(2]o + <<ZOO’(*0’,2) |ZO’0>>. (33)

The similar procedure can be applied to the functions containing the operator X %~
on the right side. Joining them together with the previous ones into a single matrix
Green’s function

o (XTI (x0T
6= (G (e ) e

we can write the following equation, which corresponds to (31) and (33):
G - G() + GQPGGO . (35)

Here the nonperturbed Green’s function Gy is introduced

R 1 —b, sV "
G0=—< y 73 ) (36)

D, —O'—A‘gg Vo W — Uy
where
v 2 37
DO’ = - UWg - bo - i 1 )
(= )0 = be) =~ (37)
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the matrix

i “:2”<A8_”1 Af£a><<§<zz—0:l\2533§> <§<ZZ—O‘:L\ZZQ;’_:>§>><A§ . ><38>

has the meaning of a scattering matrix. Being expressed in terms of irreducible
Green’s functions it contains the scattering corrections of the second and the higher
order in powers of V. The separation in P of the irreducible, with respect to V,
parts enables us to obtain a mass operator M

P, = M, + M,GoM, + M,GoM,GoM, + ...,
M, = PBl. (39)

In this case the relation (35) can be transformed into Dyson equation

G = Go+ GoM, G (40)
with the solution . .. .
G = (1 — GoM,) G, (41)

which provides a formed final expression for the Green’s function (34).

4. Different-time decoupling of irreducible Green’s funct ions

We will restrict ourselves hereafter to the simple approximation in calculating
the mass operator P, taking into account the scattering processes of the second
order in V. In this case

Ma = p 50)7 (42)

where the irreducible Green’s functions are calculated without allowance for correla-
tion between electron transitions on the given site and environment. It corresponds
to the procedure of the different-time decoupling [21], which means in our case an
independent averaging of products of X and & operators.

Let us illustrate this approximation with some examples.

1. The Green’s function (((X% 4+ X77)&,) | €H( X + X9, = I (w).
According to the spectral theorem we have

1 +oo  dw’ W' +oo dt i oo oo ir
D@ =50 [ oo o@D [ e G X+ X)X X))
(43)

Due to different-time decoupling
(€ (X + X77) (X% + X77)ENT = (XY + X77)(X® + X77))NES (8)80). (44)
We will take the first of these correlators in a zero approximation

(X% + X77) (X% + X77)) & (X + X77)) = Ao, (45)
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and substitution of (44) into (43) leads in this case to the result
I(w) = Ao ({665 ) (46)

2. The Green’s function ((X~77¢_, | &8 X777)), = L(w).

The representation of the I5(w) function in the form analogous to (43) leads to
the time correlation function (£, (£) X7 (t)X °7¢_,)™" that can be approximated
as

(€ (OXTT7 (X776 o) = (X7 ()X 7N EL ()6-0) (47)
and, respectively
(XP7o(t)X777) = (X77). (48)
In this case
I(w) = (X7) ((§-olET6) e - (49)

3. The Green’s function ((X%¢* | €, X)), = L(w).
The corresponding time correlation function is decoupled as

(- (X)X, m (X2 XP)(E-0(1)EL,). (50)
In the zero approximation
(X2 (1) X°2) = expli(U — 202)f] (X™2). (51)

Using these expressions we obtain

Iy(w) = S (X4 X2) (€56 hosonv

2
1 +o00 / /
+(x0-x=) | W g

21 Jeoo w2u—U—w' 9 [—2Im(( iro‘gfo»w’ﬁe]. (52)

Let us mention that at the half-filling of electron states (when n = 1, (X%) =
(X*2))
Ii(w) = —(XZ){(€oleX D)2 (53)
Following the described procedure and taking into account the relation (20) we
will come to the following expressions for irreducible Green’s functions:

(227N = Avdo(w) — Ro(w),
<<Z_U72|Z27_U>>w = Ay Jo(w) — Ry (w),
(272277 = (Z77%Z7%))0 = Ro(w), (54)

where
Ry(w) = (X7 J_,(w) + %(XOO + X2V J_ (U =21 — w)
1 /+°O thfw' /2

+ <X00 _ X22>_

or | Do U A (e el (55)
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5. Basic set of equations

Using the results obtained in the previous section we can write the expressions
for mass operator components

1 1 1 1

= — - — -
M, 11 . Jo(w) yEn R,(w), Mgy . Jo(w) A%,—a R, (w),
Moo= Mo = 71 R, (w) (56)
o012 = Mg21 = AoaAzfo o\W).

It follows from the relation (41) that

dap Ggﬁ + det||G°] (Mgp2 + Myor — My11 — My o)
1 -3 G%Maﬁa + det||GO|| det|| M, ||

«,

Zﬁ Goop(w) = Gf,“) (w) =

(57)
Substitution of expressions (36) and (56) into (57) leads to the result

S = [lwmao - (5= ) o= (1 1)

1
2 _ (9 2,2 o
+ J; — (2Vp,R, — V¢ JJRU)AOJAZJ]
R —1
X [(w — aJ)AZ,J + (w — bJ)AOU — QVQOU — JJ + ﬁ‘| . (58)
00412, —0

Let us now use the relation

[Eo(w)] ™ = (2’; Ggﬁ) + Jo, (59)

which follows from (13), to determine the single-site self-energy part. We obtain

= (w) = W — 5+A0<Z —e Ay 5 — Qp(w) ] | (60)
(w—ep)(w—e_) —wQs(w) + (64 A2 -5 + - Aps) Q0 (w)

where ey, =U — pu, e = —p and
~ V‘Pa
Q = 0 -
U(w> J(w) * AOO'A27_O"
R, (w)
Q = - 1
o0) = ) = 7T (61)
It should be mentioned that formula (60) can be also represented in the form
A Ag B
- -1 Oc 2,—0
=, (w — _ + _ + Q(w). 62
(6 (w)) ) et (w) (62)
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The relation (60) creates together with (10), (13) and (14) a set of equations for
the coherent potential J,(w), self-energy part =,(w) and Green’s functions Gy; ,(w)
and G7(w).

It should be noted that the parameter ¢, , which is expressed in terms of average
values of the products of X and £ operators (formula (30)), is a functional of the
potential J,(w). According to the spectral theorem

+oo
V<XJO(2,—J)§U> _ 1/ dw

[ VX ™ i = V(€ XN,

(63)
On the other hand, using the linearized equation of motion (26) and neglecting
the irreducible parts, we can obtain the following system of equations

VHUE X)) (w0~ e = alpe) + Voot ((61X70)) = 3 s,

el —0 2,—o (64)
V2022 (€, X)) + V(& X>)) (w —ex — 7L, ) = 02222,
It follows herefrom
1 Jo(w) %
a0 . _— Yo _ _ g
VU = 3-8 [aat - ey - v =),
- 1 Jy(w) @
27 o o a o _ _ o
VUEXE N = 52550 [ Ay ol =)~ VAT, (65)
In particular, in the U — oo limit
1 Ay
XO'O - o
V{(& ))w ZWJU(w)w—gf _ Z;f:’
V{(&IX* ) = 0. (66)
In this case
_ 1 gt dw Ao s (w)
y = — XUO_J:——/ _21 ,—oYo
Ve Vi §-o) 27 oo €Fv 4+ 1 mw—e_—V—Ai‘_"o Ny . (67)

or, in the Matsubara’s representation

_ Ly e (68)

3 P—o
6] o lwp — e — VAo,a

Vs

Thus, we obtain a self-consistent equation for the parameter ¢, .
Using a similar procedure one can construct an equation for ¢, in the case of
finite values of U.

6. Some specific cases

Equations obtained in the previous section form an approximate analytical sche-
me of calculating both the single-site and the full electron Green’s function in the
framework of DMFT. Let us compare it with the standard approximations known
from literature which are based on the assumption of the single-site structure of the
electron self-energy. For this purpose we will consider some specific cases.
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6.1. Hubbard-I approximation ( J, = 0, R, = 0, ¢, = 0;Q, = 0)

It is the simplest approximation; renormalization of energies of atomic electron
transitions is absent and the scattering processes via coherent potential are not taken
into account. The expression for the single-site self-energy part

A | Ay
Eo(w) = —2— + =2

- 69
W—€E_ W—Eq (69)

corresponds to the Hubbard-I approximation [22]. Electron energy spectrum de-
scribed by Green’s function G (w) consists in this case of two Hubbard subbands
divided by a gap existing at any relationship between the values of U and t param-
eters.

6.2. Static mean-field approximation ( J,=0, R,=0; Q,=B
VSOU/AOUAZ—U )

In this case only a self-consistent shift of the energy levels of the single-site
atomic problem is taken into account. The coherent potential J,(w) is replaced in
the expression for ¢, by the approximate expression

Ja(w) = Ztiktiijj,a(w) (70)
kj

following from (15) when the difference between G; o) and Gy, is neglected.
The expression for the self-energy part

AOO’ A2 —0

-1
: B 71
w—a—B—i_w—aJr—B} +E (71)

Eow)) ™ = [Gr )] = [

that can be obtained in this case, corresponds to the summation of the series

G = Qof - QOWQOI2 + QOW?]OW?]J — e (72)
where
. (w=e )t 0 j_i Aoy 0
go = 0 ((,d o €+>_1 ) - ot 0 A2,7o' ;
T _AQ —o AOO’
W—B< Ay o —Au ) (73)

A sum of the diagrams with loop-like inclusions into the line of the electron single-
site Green’s function corresponds to this series in a diagrammatic representation.
Such inclusions lead to the renormalization of energies of the electron levels [23]. In
particular, at U = oo

1 Ao
G (w) = (X7 X)), = - — (74)
- AOO’
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Energy shift of the electron transition
11 0o

1 BZZQ}%Q@ X7 (75)
Oc wn k

coincides in this case with the previously obtained one in a number of papers (see,

for example [8,24,25]) using a more complicated (in comparison with Hubbard-I
approximation) decoupling procedure in equations for the Green’s function G (w).

Ae_ = A27,JB = —

6.3. Hubbard-Il approximation ( ¢, = 0;Q, = J, — R,/A¢sAz o)

We can pass on to this approximation neglecting, at first, the renormalization of
the atomic electron levels and approximating, secondly, in the case of the half filling

(when (X%) = (X??)) in the expression (G;)
(X7
AOJAQ,fJ

(X*)

T A
’ AOO'A2,7O'

— 1, (76)
which becomes exact only in the U — 0 limit. Consequently, an effective potential
of dynamical mean field §2,(w) takes the form

Qy(w) = Jo(w) + J_o(w) — J_o(U — 21 — w). (77)

It corresponds (together with the expression (60) for the electron self-energy) to
the Hubbard-III approximation [10]. A potential Q,(w) includes (besides the coher-
ent potential J,(w)) the terms which describe a scattering on the spin and charge
fluctuations. Electron energy spectrum consists in this case of two subbands only at
U > U, where the critical value U, corresponds to the metal-insulator transition.

6.4. Alloy-analogy (AA) approximation ( R, = 0, ¢, = 0; Q,(w) = J,(w))

The scattering processes are taken here into account only via coherent potential.
The single-site Green’s function looks like
AOO’ AQ —o

Giio(w) = G (w) = w—¢e_—J, * w— 5; —J (78)

in this case. This expression is analogous to the locator function for a binary al-
loy [16]. The procedure of the G7(w) function calculation corresponds to the CPA
method. Let us write for this approximation an irreducible, according to Dyson,
self-energy part ¥, = w —e_ — (Z,)7!, using the expression (60) at Q, = J,:

AU
Yo =Ay U l—— . 7
> /( w+u—Jg> (79)

Or, after excluding a coherent potential

o A27_UU
T 1 G (w)(U — 5, (w))

() (80)

This equation corresponds to the alloy-analogy (AA) approximation [8].
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6.5. Modified alloy-analogy (MAA) approximation (R, = 0;
Qa’ = J, + VQOO'/AOO'A2,O' =J, + B)

An AA-approach is supplemented here by the inclusion of renormalization of
single-site electron levels. It can now be obtained that

Yo = Ay _,U / <1 - A°7”U~> . (81)
w—e_—1

This relation can be transformed into the equation

Y (w) = Agv_UU/ <1 - %) (82)

known in the so-called Modified AA-approach [8,11].

One can see from the quoted specific cases that the approach developed in this
work includes a number of known approximations giving in addition their unifica-
tion and generalization. The proposed scheme is more complete than Hubbard-III
approximation (which in its turn is the most general of the quoted ones) and differs
from it by the allowance for a self-consistent renormalization (due to the static inter-
nal field) of the local energy spectrum as well as by the modification of the potential
Q), constituent parts to a more elaborated inclusion of the magnon and charge fluc-
tuation scattering processes. Participation of Bose-particles in such a scattering is
taken into account in our scheme in a more consistent way.

Quantitative changes in the electron spectrum (in particular, in the electron
density of states) and then in the thermodynamics of the model, that might be
the consequence of applying the approach suggested herein, can be the subject of
subsequent calculations with the use of numerical methods.

7. Simple applications of the method

Let us demonstrate here the potentialities of the developed approximative scheme
using the examples of two models (the Falicov-Kimball model and the simplified
pseudospin-electron model) which are analytically solvable in the DMFT approach.

7.1. Falicov-Kimball model

It is supposed in this model [17] (which can be considered as a specific case of
the Hubbard model) that the electron transfer from one lattice site to another one
takes place only in the case of the only (¢ = +) orientation of spins. Electrons with
the opposite spin orientation (¢ = —) remain localized. They can effect the energy
of delocalized electrons being a source of scattering.

The Hamiltonian of the effective single-site problem looks in this model like

Hg = (U—=2w)X2—pn> X

+VIEH(XOT + X7%) + (X0 4+ X*7)&] + He . (83)
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In this case, in the equations of motion for X-operators
[XO+>f{eff] _ —[LXO+ + V(XOO +X++)€T7
X2 Ha) = (U= )X+ V(X2 4+ X )6 (84)

those terms are absent which are responsible for the scattering with the participation
of Bose-particles (magnons and charge excitations). Only the components

2% = V(X0 £ X, 27 =V(X2+X )G (85)

of irregular parts of the time derivatives of X-operators are present.
The corresponding irreducible Green’s functions are equal to

(2O 24y = VA - 20Gh(w) = Aps Ji(w),
27T<<Zi’2‘227>>w = VQA,,Q . 27TGT(LU) + A,72JT<(,U),
(Z2™12% 7)) = ({Z2771X"))u =0. (86)

Using now the formulae (38)-(40) we obtain

Aot A

G\ (w) = .
W)= o hw T e — W)

(87)

This expression has the same structure as the Green’s function for the AA-approxi-
mation and is exact for the Falicov-Kimball model (see, for example, [14]).

7.2. Simplified pseudospin-electron model

In recent years the pseudospin-electron model (PEM) has been among the ac-
tively investigated models in the theory of strongly correlated electron systems. In
addition to the Hubbard type correlation, an interaction with locally anharmonic
lattice vibrations is included into the model. The corresponding degrees of freedom
are described by the pseudospin variables with S = 1/2. The Hamiltonian of the
PEM has the form [26] analogous to (1) with

Hi = UniTnii — MZTLZ‘J + gZTLZJSZZ — hSZZ + QSZC (88)

(here h is internal asymmetry field; €2 is a parameter of the tunnelling type splitting).
One can put U = 0 and 2 = 0 for simplification. Such a situation was considered
in [18,27]. Tt is possible to analytically solve an effective single-site problem for this
case t0o0.
The effective Hamitlonian for the simplified model is as follows

Heg=—pd n,+9> n,8"—hS*+ V> (¢ra, +afé,) + He. (89)

Let us write the required single-site Green’s function in the form

G (w) = ((PTas|PTal)), + (P aq|P~a}))., (90)
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where P = 1/2+4 57 are the operators projecting into states with a given pseudospin
orientation.
Following the procedure described in section 3 we consider the equation of mo-
tion.
[P*a,, Hg) = EX*P*a, + V P*¢,, (91)

where E* = Ey 4 ¢g/2. The irregular part in this case is
—
7* =V P*¢, =V P*EE, . (92)
The different-time decoupling gives

(PFe, | PR o = (PEVEIED). (93)

As a result, we obtain Dyson equation

GE(w) =G+ GEMFG* (94)
with (Pi> .
+ +
0= g Mow= <P—i>Ja(w)- (95)
It follows herefrom that
+ —
WP (P)
Go'(w) w—Et — J,(w) + w—E—J,(w) (96)

This expression coincides with the one obtained in the d = oo limit in the framework
of DMF'T [18]. The different-time decoupling (93) is an exact procedure in this case.

Let us mention that the two-pole structure of the single-site Green’s function
leads to the effect of the metal-insulator transition type at t ~ g. In the case t > g
the electron spectrum consists of one broad band while at t < g there appears a gap
and the splitting into two Hubbard bands takes place [18].

8. Concluding remarks

The developed approach to the analytic solution of the effective single-site prob-
lem in the DMFT method is an approximate interpolating scheme that in specific
cases includes a number of known approximations for the Hubbard model and sim-
ilar models. The scheme is based on the application of the equations of motion
method and the technique of the irreducible Green’s functions with the projection
onto the single-site Hubbard basis of the Fermi-type operators. The examples are
given where the proposed approach gives exact results.

The simplicity and availability of this scheme make it attractive for the approx-
imate analytical consideration. It seems useful to apply it to the problems which
have been considered up to now by means of numerical methods. At the same time
an accuracy that can be achieved in the framework of the proposed scheme can

453



[.V.Stasyuk

be established after comparing the results of calculations of the parameters of the
electron spectrum and thermodynamical functions.

Let us mention that the question of calculating the electron mean occupation
numbers (and deriving an equation for chemical potential) as well as determining
the grand canonical potential was not elucidated in this work. It will be the subject
of a separate publication.

A. Statistical operator for the effective single-site prob lem

Thermodynamic perturbation theory for the effective single-site problem with
the Hamiltonian H.g can be formulated based on the interaction representation
for the statistical operator with the use of the Hy 4 H; operator as the zero-order
Hamiltonian:

. B A
o PHer — e—ﬁ(HoJng)g(ﬁ) = e_ﬁ(HOJFHi)TT exp {—/ dr Z VQU(T)} ) (A1)
0 o

where )
Qo(7) = ag (7)€ (7) + & (T)as (7). (A.2)
Let us average over the variables of the auxiliary Fermi-field
1 _
(0(B))e = Zsp e Mea(p), (A-3)

using the semi-invariant expansion. As a result we will come to the statistical oper-
ator for a given atom

n

@ 1 =V
p( ) = me ﬁHOTT €Xp {Z FMn(a’Jrv a’)} : (A4)
n=2 :

Here only the even order semi-invariants are presented

B B A A
Mya*ia) = [“dn ["dn (10 (m)Qu(m),

o102

My(a*,a) = /Oﬂdﬁ.../oﬁdu S AT Qo (1) - - . Qo (1)), (A.5)

01...04

etc.; after the averaging over the -subsystem they are the operators acting on the
atomic electron states.
Introducing the Green’s function

—(Tr&6, ()65, (T2)e = 0510,T0, (1 — T2) (A.6)

and applying the Wick’s theorem we can see that only the semi-invariant of the
second order exists

Myt = -5 [Can [ anGo(n - met(mjasm), (A7
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while all semi-invariants of the higher order are equal to zero

My(a*,a) = Mg(a*,a) = ... =0. (A.8)

(the &-subsystem with the Hamiltonian H is defined as an ideal one).

Finally we obtain

P 5 8
p( ) — Z(G)e 6H0TT exp {—Z/O dTl/O dTQJo(Tl — TQ)CL:(Tl)CLO—<7-2)}7 (Ag)

where the notation V3G, (r, — 75) = J, (71 — 72) is introduced.
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HabnunxeHa aHaniTu4Ha cxema MeToAy ANHAMIYHOro
cepeaHbOro Nosf AJsiI9 CUJIbHO CKOpPEesibOBaHUX
€J1IEKTPOHHUX CUCTEM

|.B.CTtaciok

IHCTUTYT @i3ukn koHaeHcoBaHnx cuctem HAH YkpaiHu,
79011 JibBiB, ByN. CBEHLjUBKOrO, 1

OTtpumaHo 17 6epesHs 2000 p.

Y po60Ti po3pobneHa HabnmxkeHa aHaniTM4Ha cxema MeToay AMHAMIYHO-
ro cepegHboro nons (MACI), 9Knii BAKOPUCTOBYETLCS AJ1S1 €NEKTPOH-
HUX CUCTEM 3 Xxab0apAiBCbKUMN KOPENSALSIMM | € TOYHUM NPY BE3MEXHI
pPO3MipHOCTI npocTopy. EdpekTneHa ogHOBY3n0Ba 3aja4va, WO BUHUKAE
B LbOMY MeTOfi, CpopMysibOBaHa 3a JOMNOMOIO0 AONOMIKHOIo pepmi-
nond. ns ii po3B’a3aHHA BUKOPUCTAHO TEXHIKY HE3BIAHWX PYHKLUiN pi-
Ha Npu NPOEKTYBaHHiI Ha xabbapaiBcbkuin 6a3nc pepmi-onepatopis. OT-
pvMaHo cuctemMy piBHAHHb MICI y HabnnXeHHi, ke € y3arajlbHeHHAM
HabnvxeHHs Xabbapaa-Ill i noegHye Moro i3 caMmoy3roayxeHM rnepeHop-
MYBaHHSIM JIOKaJIbHUX €JIEKTPOHHUX PiBHIB. [1okasaHo, Wo pag BioaoMux
HabnMxeHb, o 6a3ylTbCa Ha OAHOBY3I0BIN CTPYKTYPI BlacHOeHepre-
TWUYHOI YaCTUHM eNEeKTPOHHOI OYHKLji [piHa, € NPOCTUMM YHACTUHHUMM BU-
nagkamu 3anponoHOBAHOI CXEMMU.

Knio4oBi cnoBa: cuibHi e/1IeKTPOHHI kopensuii, moaesns Xabbapaa,
Teopis AMHaMIYHOro CepeaHboro noJisi, A0MOMIKHE ¢pepmi-rione,
He3BiaHI QyHKUii piHa

PACS: 71.10.Fd, 05.30.Fk
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