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The pseudospin-electron model with tunneling splitting of levels is considered. Generalization of dynamic
mean-field method for systems with correlated hopping was applied to the investigation of the model. Elec-
tron spectra, electron concentrations, average values of pseudospins and grand canonical potential were
calculated within the alloy-analogy approximation. Electron spectrum and dependencies of the electron con-
centrations on chemical potential were obtained. It was shown that in the alloy-analogy approximation, the
model possesses the first order phase transition to ferromagnetic state with the change of chemical potential
and the second order phase transition with the change of temperature.
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1. Introduction

One of the main models for describing strongly correlated electron systems is the Hubbard
model and its extensions and modifications. It was first proposed as the model describing ferro-
magnetism in metals. The model is often generalized by introducing additional degrees of freedom.
In particular, it is supposed that interaction of electrons with lattice vibrations is important in
describing high-temperature superconductors [1] and proton-electron interaction in molecular and
crystalline systems with hydrogen bonds [2]. Since anharmonicity in such systems is principal-
ly local, it can be considered by using pseudospin formalism. Local potential with two minima,
which corresponds to absolute pseudospin value 1/2, appears to be an important particular case
of anharmonic vibrations.

The pseudospin-electron model (PEM) [1] turns out to be generalization of the Hubbard model
which includes pseudospins with absolute value 1/2. The Hamiltonian of the model has the following
form:

H =Y H;+ H, + He, (1.1)
Ht = Z tija;ajg, (12)
1,7,0
1 4 4
Hy =3 Z Jij 7S5, (1.3)
1,7
H; = Unﬁm-l —+ gniSf — th — QS;L — un;, (1.4)

where H; is the single-site Hamiltonian, H; is electron transfer and Hs is direct pseudospin-
pseudospin interaction. n;, = a;;ajg is the o-spin electron number operator, gn;S; represents
interaction with the anharmonic mode (pseudospin). U is Coulomb repulsion of the electrons at
one site. 257 describes the tunneling splitting of vibration mode and hS? is asymmetry of the
anharmonic potential.
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PEM was investigated in many special cases. Among them are: a model with the inclusion of
the direct pseudospin-pseudospin interaction (but without electron transfer (¢,; = 0)) [3,4]; PEM
without the direct pseudospin-pseudospin interaction (J;; = 0), when pseudospins interact through
the electron subsystem [5].

Special attention was paid to electron spectra [6], the pseudospin and collective dynamics [7],
effective electron-electron interaction [8], correlation functions ((S*S%), (S*n), (nn)), and possi-
bility of phase separation and charge-ordered phases [5]. Phase transitions between states with
different electron concentrations and with different pseudospin orientations were also studied.

In the case of direct pseudospin-pseudospin interaction, PEM is investigated mainly within the
mean field approximation (MFA) [3] and the transfer matrixes formalism [4]. PEM without direct
pseudospin-pseudospin is investigated using generalized random phase approximation (GRPA) [9]
and dynamic mean-field theory (DMFT) [10]. Many special cases of such modification of PEM were
studied: simplified PEM with U = 0 and Q = 0 or Q # 0 [7,11]; a model with the infinitely large
Coloumb interaction U — oo [12,13]; PEM with € # 0 but with symmetric anharmonic potential
h = 0 [6]; two-sublattice PEM [14].

The simplified PEM (U = 0 and = 0) corresponds to the Falicov-Kimball (FK) model but
differ in thermodynamic equilibrium conditions (S* = const for the FK model and A = const for
the PEM) [10].

This paper presents investigation of the PEM with tunneling splitting of the levels without
direct pseudospin-pseudospin interaction. Generalization of the dynamic mean-field method for
the systems with correlated hopping [15] was applied to the investigation of the model. Within the
alloy-analogy approximation, the numerical investigations were conducted. Electron spectrum and
dependencies of the electron concentrations on chemical potential were obtained.

Special attention was paid to the phase transition to the ferromagnetic state with the change of
chemical potential and temperature. Different aspects of a possible ferromagnetism in PEM model
were analyzed.

2. Analysis of the Hamiltonian

In the case of narrow bands (¢ <« U) and the absence of the direct pseudospin-pseudospin
interaction, the single-site Hamiltonian (1.4) plays a role of an initial approximation, so it is useful
to introduce the Hubbard operators X = i, R){(i, S| acting in the space spanned by the state
vectors, defined as: |, p) = |niy, 14y, S7). Then, single-site Hamiltonian H; can be expressed as [16]:

4 4
_ 9] . ~
Hy =3 %X = 25 (X074 x17), 2.1
ot p<*q 2 ot [ + 7 ( )

where 5\171 = Fh/2, 5\2,5 =2u+U=x(9—h/2), 5\3,3 = 5\47;1 =—px(g—h).
This Hamiltonian is diagonal for @ = 0 (no tunneling splitting of the vibrational modes). For
Q # 0 we can diagonalize it using the following unitary transformation [16]:

(1) = (i o) (1), etrony= 8 ey

Then we have:

1
Hi=> NXPP, Aj=Ubps—pn, + 5 V(g —h)2 + 02 (2.3)
p

Here n,. denotes the number of electrons for the state r : ny =0, no =2, n3 =1, ng = 1; n, = njs.
In a new basis total Hamiltonian can be written as:

H= ZZA"X’ZT + Zztijaa’;a’jav Gig = ZqunX?m, (24)
i r ij o mn
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where
A]u ZAIiZCOS ¢417 ! :—AT~=SiD¢41,

: T
Ay =As;=cos g3, A%gffA 3 =sin @3,
A§1:A~i:cos¢31, A?:*A ;=singsi,
A$4:Aﬂ=—cosq§24, A5, =—A;=—sindu,

(2.5)

and all the others are equal to zero. Here the designation ¢,q = ¢p — ¢4 is used.

One can see that for diagonalized Hamiltonian, the hopping integral value depends on the
states of neighboring lattice sites. Hopping of that kind is called correlated hopping and can be
dealt with by the use of matrix representations for all quantities [15]. In our case, hopping term
can be rewritten in the following way:

1
it (o)

. Y?
i a0 = (Vo) " (V20 " (V20 T Vit o) ) o [ 45 | (2.6)
(@)
it (o)
where:

1 _ yl4 i4 2 _ yld _ yli4 3 _ Y32 32 4 _ v32 _ y32
Vi =X + X7, Vi) =X =X, Yogy =X+ X, Yig) = X0 — X7
Vi =XE+XE, Y2, =XP-XE, Y3, =XF+X2 Yi,=X7-X7

Here the designation X2? = X9(7) was used. Correlated hopping matrix is:
tijo = tij (V2 ®70), (2.7)

vt = (cos P41, 5in P41, €OS Pa3,sin ¢a3), 7| = (COS P31, 8in P31, — COS P2y, — Sin Pay).

3. Temperature Green functions. Perturbation theory in ter ms of electronic
hopping

Investigation of the model is performed using temperature Green functions. Single-site Hamil-
tonian (1.4) was selected as a zero-order Hamiltonian. Statistical operator can be written as:

p=e M5 (p), (3.1)
where
B B
6(8) = Texp —/ dT/ dTIZtijg(T —al (Tajo (") 3, Ho= ZH‘ (3.2)
0 0 ijo i

For the grand canonical potential functional we have:
1 . 1. 1 _BH,
Q:—BlnSpp:QO—Bln@(ﬁ»o, Qoz—BlnSpe o, (3.3)

So we can define single-electron Green’s function as:

02

Gijo (T — 7'/) = —<Taw(7)a;ra(7')> = m )

(3.4)
Let us introduce the corresponding matrix Green functions and other quantities related to the

correlated hopping [15]. According to (2.6) and (2.7) matrix form of Green’s function G (7 — 7')

is defined as:
o0

ij,0

G (r—1)=p

13,0

(3.5)
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where p, v are matrix indices. Then, the total Green’s function (3.4) is equal to:

dty A . .
GO’ = SP <§Ga) = Sp ((PYZ ® 70) Ga) = PYO'GO'/.}/Z' (36)

According to (2.6) and using (3.5) we can write the elements of the 4 x 4 matrix Green’s function:

G N = T.YH Y” i 3.7
ij,a(T*T )=- Tir(o) \1im' (o) . (3.7)

It is obvious that for each matrix element of Green’s function we shall have the sum of T-
products of Hubbard operators like (T, XP/(7) X5 ® (7/) XP*® (1) X' (71) . . .)o. We can calculate
1
them by consecutive pairing according to the corresponding Wick’s theorem [17].

4. Dynamic mean field theory of correlated hopping

Since only limited number of lattice models can be solved exactly, one must use some approx-
imations to describe the model behavior. Dynamic Mean-Field Theory (DMFT), which is exact
in the limit of infinite spatial dimensions d — oo, is one of the most popular approaches [18].
The DMFT is based on the local (single-site) nature of the self-energy in the limit d — oco. But,
for systems with correlated hopping, self-energy becomes unlocal [19], so it is necessary to modify
the standard DMFT approach. Let us recall that self-energy appears in the Dyson equation for
the one-electron Green’s function, and represents many-electron interactions, which are taken into
account as perturbations. There is another natural approach — perturbation theory over electron
hopping t;;5. In this case, fundamental equation for the one-electron Green’s function is the Larkin
equation [15]:

Gkg(w) = Zko (w) + Ekg(w)fkgGkg (w), (41)

where =;;(w) is an irreducible part of the Green’s function that cannot be divided into parts by
cutting one hopping line. It was shown in [20] that Z;;(w) is local in the d — oo when the hopping

integral is scaled t;; — f/f} in order to obtain finite density of states: E,(wn, k) = E,(wy,), and this
statement is more general than the one concerning the local nature of the self-energy [15].

Such a matrix representation makes it possible to reformulate the DMFT for the systems with
correlated hopping in terms of local quantities. Equivalence of the irreducible part ég (w) for the
lattice problem and for the single-impurity problem leads to the following equation for coherent
potential J,(w) [15]:

T [E - o] = [Et ) -

At

@] = Gimpol), (1.2

which is the matrix generalization of the Brandt-Mielsch equation [21] for the auxiliary Kadanoff-
Baym field. The right-hand side of (4.2) is the Larkin representation of the single-site Green’s
function Gimp,o(w) for the single-impurity problem with statistical operator:

. B B
p=e PHoTexp 7/ dT/ dr’ Z Jo(T —at (T)as (1) 7 . (4.3)
o Jo 7

The grand canonical potential of the lattice in terms of the quantities for the impurity model
[15]:

Q]i?t = Qimp — % zy:{% kz: In det [1 — éa(iwl,)fkg} —Indet [1 — éa(iwl,)ja(iwl,)} }, (4.4)
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where (}im is grand canonical potential for the impurity model. Qin,, can be calculated by applying
Wick’s theorem, but now we have averages of the products of diagonal Hubbard operators at the
same site, so we can reduce their product to a single Hubbard operator. Finally we get [17]:

1
Qimp = _B In Z e_ﬁﬂ“’), (45)

where €,y is grand canonical potential for subspace |p). Now we can find single-electron Green’s
function for impurity model by

N 5Q(p)

. "“P 24 _
Gl () = 510 ( Zw” Cot () = 5.J5" (wn) (4.6)

where Gg (”p) (wp,) are single-electron Green’s functions for subspaces characterized by the statistical
weights

efﬁﬂ(p) A7
e S e (4.7)
As aresult, single-site (impurity) problem naturally splits into eight subspaces |p) = [1), .. ,|4) (see

also [17]). We can also introduce irreducible parts of Green’s functions in subspaces :U(p) (wn) by

~ ~ -1

GU(P) (w") = [é;(lp) (Wn) - Ja(wn) . (4.8)

Since the matrix of electron hopping is a direct product (2.7), one can prove that equality (4.2)
conserves after transforming it into a scalar form by the relations:

fa:73t70:>j0 :Jo'(75®70) <:>J0:75j0'70- (4.9)
The same transformations are also applied to all other matrix quantities, such as Green functions

and irreducible parts. As a result we can easily switch to a scalar form and back for all equations.
For example, equation (4.2) can be transformed in the following way:

v B ] 17sz:ww [ty @) — )] "

Then, for left and right part after using the obvious relation:

AT @ y)B = Ay" 4B,

we have:
. L1 N
7|:Eglftk0':| ’)’T:’}/ ('—40'+s—40' [tkg(’y ®’y)]: +)»),T
-1
=(1E") + (VEo") tio (V") + - [y:;wT — ko
and
| S T N SR -1
v {“0(17) - ‘]"} 7= {'Yug(p)’y - Jcri| .
Thus, the scalar form of equation (4.2) can be written as:
¥ [E T ] Z“f " =) (4.10)
N Y=Y ko "}/ug "}/ » 7“0(;,,)’7 i . )
k

This equivalence of representations allows us to use whatever form is more convenient in each case.
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5. Alloy-analogy approximation. Numerical calculations

For the pseudospin-electron model with tunneling splitting perturbation theory expansion turns
out to be too cumbersome and inconvenient — for example, third order contribution has near 30000
terms. In order to proceed, we used simple alloy-analogy approximation:

éU(P) (wn) = ga(p)(wn)- (5.1)

Here g, (p) (wn) are zero-order matrix Green functions for subspaces. For example, QT(l)(u}n) is
equal to

(iwn — )\41)_1 0 00

A 0 iw, — A3;)100
g1(1) (Wn): 0 ( n 0 41) 00 |- (52)

0 0 00

Then, for the grand canonical potentials for subspaces one can obtain [17]:
1 -~ .
Q(P) = )‘P - B Zlndet (1 — Zo(p) (wn)Ja(wn)> . (53)
no

A scalar form of equations is more convenient for numerical calculations. Starting from (5.3) and
using (4.9), one can obtain grand canonical potential for subspaces, which is expressed in scalar
quantities:

1 - - 2,
Q(;n) = )\p - B Z In (1 — Zo(p) (wn)Ja(wn)) y  So(p) = %:a(p)%f- (5'4)

The first step of the numerical analysis is to solve the equation (4.2) for coherent potential,
when irreducible part is defined by (5.1). This equation may have more than one solution, but it
is rather complex and contains integrations. It is more convenient to introduce an equation for
statistical weights w,,, treating them as self-consistency parameters and then use its solutions to
calculate Green functions and coherent potential (see also [22]).

Equation for w,, has the following form:

v — exp(—AQ ({wi}))
P S (A () (5:5)

Qp)({wi}) is calculated according to (5.4) using coherent potential .J,(w) which is obtained by a
corresponding iterative algorithm. Green functions can be obtained from the same iterative process.

1Im(G)) 11m(G,) 11Im(G,)
1,6 1,6 4 1,6
1,2 1,24 1,2
0,84 0,8 0,8
0,4+ ‘ 0,4 ‘ 0,41
0,0 : \ : ‘ 00F L ‘ : 00F : ‘ :
(a) - 0 ) 5 10 (b) 0 ) 5 10 (c) " 0 ) 5 10

Figure 1. Electron spectrum. Numerical parameters: h = —2.0, g = 1.85, Q = 1.01, U = 4.0,
u=—0.33, T =0.01, t* = 1.0, (a),(b) and (c) corresponds to the different solutions, described
in table 1.

Initial examination of the solution space of (5.5) was carried out using Multi-Niche Crowding
(MNCQ) variant of the genetic algorithms (GA) [23]. This allowed us to find all possible potential
solutions. Then, the candidates were checked and refined using the modified Newton method.

140



Electron spectrum and thermodynamics of the PEM with tunneling

Table 1. Description of solutions for figure 1.

zero.
a b c
ws 0.160 0.840 0.5
wy 0.840 0.160 0.5
n 0.833 0.833 0.881
ny —n| 0.518 —0.518 0
S* —0.48 —0.48 —0.48
Dat —1.95 —1.95 —1.93
Ordering | Ferromagnetic | Ferromagnetic | Paramagnetic

All wp, not indicated in the table, are equal to

It has been shown that for rather large U, the transition to the ferromagnetic state took
place. A typical case is the existence of the three solution sets for self-consistency parameters wy,
(figure 1). One of them corresponds to the paramagnetic ordering and two others correspond to
the ferromagnetic one. Figure 1 shows only the imaginary part of G;. For solution (c), InG; and
ImG| are the same, and ImG| for solution (a) is identical to ImG4 for (b) and vise versa. So, in
figure 1 ferromagnetism emerges as a result of redistribution of electron density between bands
which corresponds to the A\j; and Azj initial single-electron transitions.

The average value of electron concentrations can be obtained in two different ways. One of
them is differentiation of the grand canonical potential with respect to the chemical potential
. The other way is based on using the density of states: n, = 8713 Go(w,). For the AA
approach, thermodynamically obtained concentrations can get unphysical values for some values
of the chemical potential, and thus the second method was used.

204 N 12
"

154 10
9l
8l

1,0 Uc77 P b
6L
510

0,5
41
3L

00 T T T T T T 2, + L . .

4 2 0 2 4 6 08 085 09 0.95 1 1.05 11 115 1.2
[ n

Figure 2. u — n diagram. h = —2.0, g = 1.85,
Q=1.01,U =4.0, T =0.01, t* = 1.0. Con-
tinuous line corresponds to the paramagnetic
ordering and dotted line corresponds to the
ferromagnetic ordering.

Figure 3. Magnetic phase diagram. F denotes
ferromagnetic and P denotes paramagnetic or-
dering. Grey color indicates the regions where
AA approximation fails. h = —2.0, g = 1.85,
Q=1.01, T=0.01, t* = 1.0.

Figure 2 presents a typical behavior of the electron concentration depending on chemical po-
tential. One can see that ferromagnetism exists for electron concentrations near the half-filling,
both for n < 1 and n > 1. Gaps on the u —n diagram correspond to the unperturbed levels, where
the present iterative algorithm of calculations fails for the AA approximation. It is important that
ferromagnetism disappears when chemical potential p escapes from the bands responsible for it.
(They are A\z; and As7 in figure 1). Indeed, ferromagnetism is caused by redistribution of electron
density between those bands. However, their contribution vanishes rapidly with the change of u
effectively removing the effect. As a result it is absent for electron concentrations, which substan-
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0,8
07
o,s:
054
04
0,3:
0,2:

0,14

0,0

Figure 4. Dependence of magnetization on temperature. h = —2.0, g = 1.85, Q = 1.01, p = 1.62,
U=280,t"=1.0

tially differs from 1 (see also figure 3). Thus, critical Coulomb repulsion U, should quickly grow
somewhere in the greyed area of the phase diagram presented in figure 3. In our case, the critical
Coulomb repulsion U, is much lower than for ordinary Hubbard model [24,25]. Indeed, numerous
studies [26-28] revealed that different forms of correlated hopping favour ferromagnetism including
the lowering of the critical U. and the stabilization of ferromagnetic ordering. With the change
of the temperature, the spectral density is changed, leading to the temperature dependence of
magnetization, shown in figure 4.

6. Conclusions

The pseudospin-electron model with tunneling splitting of the vibration mode is investigated. It
is shown that correlated hopping formalism is useful in investigating the systems with transverse
field. Strongly correlated approach for temperature Green functions was applied to the model.
Generalization of DMFT for systems with correlated hopping, based on locality of irreducible
parts of Green functions in the limit of infinite spatial dimension, was used. It is demonstrated
that tunneling-induced correlated hopping can be factorized (2.7), which makes it possible to
transform the equations for the single-electron Green functions and grand canonical potential
from the matrix to scalar form and vise versa. Alloy-analogy approximation was used in further
numerical calculations. Solutions for the symmetry broken phases were distinguished by the weights
of subspaces, introduced for the single-side problem, which were considered as a self-consistency
parameters. The possibility of ferromagnetism within the alloy-analogy approximation has been
shown in contrast to the generally accepted belief that the ferromagnetic phase cannot develop in
the AA approximation. The reason for such statements is the fact that AA approximation lacks
the mechanism for the spin-dependent shift of the center of gravity of the Hubbard bands [22,29].
However, in recent years other mechanisms of ferromagnetic ordering, where there is no shift in
the relative position of the Hubbard bands, were considered [30]. One of them is connected with
redistribution of the electron densities between spin-up and spin-down electrons. Our scheme of
solving the equations for the coherent potential Green functions leads to the ferromagnetism of
this kind.
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EneKTpoHHUIA CNEeKTP Ta TepMOAUHAMIYHI BNAaCTUBOCTI
nceBAOCHNiH-eNEeKTPOHHOT MoAeni 3 TYHEJIbHUM PO3LUENNIeHHAM
PiBHIB

A.M.LLealika, O.4.dapeHok

IHCTUTYT ®i3NKN KOHAEHCOBAHUX CUCTEM,
Byn. CBeHujiubkoro 1, 79011 JibBiB, Ykpaina

OTpumaHo 27 BepecHst 2005 p., B ocTaTto4yHOMY BUrnsaj — 27 notoro 2006 p.

Po3rnsiHyTO NceBAOCNiH-eNEKTPOHHY MOAENb 3 TYHENbHUM PO3LLEnieHHsaM piBHIB. [na ii gocnigkeHHs
BMKOPUCTAHO y3arajibHEHHS METOAY ANHAMIYHOIO CEPEAHBLOIO NOJIS HA CUCTEMU 3 KOPENBOBAHUM NEpPe-
HOCOM. Po3paxyHOK eNnekTPOHHOI N'YCTUHU CTaHIB, KOHLLEHTpaL,ii eNeKTPOoHIB, CEpeAHbOro 3HA4YEHHS MCeB-
[OCMiHIB Ta BENMKOro TEPMOAMHAMIYHOrO NOTEHUany NPOBOAMBCS B HAGNMXEHHI TNy cnnaey. Jocniaxe-
HO 3aNIEXHICTb ENEKTPOHHOIO CNeKTpa Ta CepeaHbOi KOHUEHTPaLii eNekKTPOHIB Big, XiIMIYHOro noTeHuiany.
MokaszaHo Lo B HABAMXEHHI TUNY cniaBy MoAeNb AEMOHCTPYE (ha30BMiA Nepexia, NnepLuoro poay y depo-
MarHiTHUIA CTaH Npr 3MiHi XiMiYHOrO NoTeHuiany Ta ¢a3oBwuiA Nnepexia apyroro poay Npu 3miHi Temnepary-
pu.

Knio4oBi cnoBa: rncesaoCniH-e/1EKTPOHHA MOAE b, KOPEbOBaHW nepeHoc, DMFT, pepomarHeTmam

PACS: 71.10.Fd
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