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Thermodynamics of a pseudospin-electron model without correlations is
investigated. The correlation functions, the mean values of pseudospin and
particle number, as well as the thermodynamic potential are calculated.
The calculation is performed by a diagrammatic method in the mean field
approximation. Single-particle Green functions are taken in the Hubbard-I
approximation. The numerical research shows that an interaction between
the electron and pseudospin subsystems leads in the @ = const regime to
the possibility of the first order phase transition at the temperature change
with the jump of the pseudospin mean value (S*) and reconstruction of
the electron spectrum. In the regime n = const, an instability with respect
to phase separation in the electron subsystem can take place for certain
values of the model parameters.
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1. Introduction

The model considering an interaction of electrons with a local anharmonic mode
of lattice vibrations has been used in the recent years in the theory of high-tempe-
rature superconducting crystals. Particularly, such a property is characteristic of
the vibrations of the so-called apex oxygen ions Opy along the c-axis direction of
the layered compounds of the YBayCuzO7-type structure [1-3]. An important role
of the apex oxygen and its anharmonic vibrations in the phase transition into the
superconducting state has already been mentioned [4,5] and a possible connection
between the superconductivity and lattice instability of the ferroelectric type in
high-T, superconducting compounds has been discussed [6,7]. In the case of a
local double-well potential, the vibrational degrees of freedom can be presented
by pseudospin variables. The Hamiltonian of the derived in this way pseudospin-
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electron model has the following form [8]:

H=> Hi+>» tibib, (1.1)

ijo

and includes, besides the terms describing electron transfer (~ t;;), the electron
correlation (U-term), interaction with the anharmonic mode (g-term), the energy
of the tunnelling splitting (2-term) and the energy of the anharmonic potential
asymmetry (h-term) in the single-site part

Here, Fy gives the origin for energies of the electron states at the lattice site
(Eo = —p).

In this paper, our aim is to obtain expressions for the correlation functions
which determine dielectric susceptibility and the mean values of pseudospin and
particle number operators, as well as the thermodynamic potential in the case of
2 = 0 and the absence of the Hubbard correlation U = 0.

We perform the numerical calculations and investigate the mean values of pseu-
dospin and particle number operators with the change of asymmetry parameter h
(T'=const) or temperature 7' (h=const) for the cases of a fixed chemical potential
value (regime p=const) and a constant mean particle number (regime n=const).
An analysis of the thermodynamic properties of the pseudospin-electron model in
the case of absence of the electron correlation is also made.

2. Hamiltonian and initial relations

We shall write the Hamiltonian of the model and the operators which corre-
spond to physical quantities in the second quantized form using operators of the
electron creation (annihilation) at a site with a certain pseudospin orientation

1 1
Agi = boi(5 + 57), ag; = bgi(5 + 57),
1 1
Ugi = bm’(§ - 57), ay; = b;(g —57). (2.1)

Then, we obtain the following expression for the initial Hamiltonian:
H = {e(nit +niy) + &(fiig + ) — hS7}

— HO + Hint (22)

E + + ~ ~+ ~+ ~
+ tij(a’iaa’ja + aioajo' + aioajo' + aioaj0'>7

ijo

where
e=FEy+g/2, E=Fy—g/2 (2.4)
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are energies of the single-site states; Hy is a single-site (diagonal) term, H;y is a
hopping term.
The introduced operators satisfy the following commutation rules:

T 1 , _
{a;;va’ja’} - 5ij500’(§ _Sz‘>> {a’;’(—ﬂa’ja’} =0,
1 ]
{CL;;, CL]'UI} = 5/[:‘750'0'/(5 + SZ ), {CL;;, ajg/} =0. (25)

In order to calculate the pseudospin mean values we shall use the standard repre-
sentation of the statistical operator in the form

e PH = e PHog(3), (2.6)
B

6(B)=T,exp{ — | Hp(T)dT | (2.7)
/

which gives the following expressions for (Sf):

1 ) S

Here, the operators are given in the interaction representation

A(1) = e™Ho e mHo, (2.9)

(S7) =

the averaging (.. .)o is performed over statistical distribution with the Hamiltonian
Hy, and the symbol (...)§ denotes separation of connected diagrams.

3. Perturbation theory for pseudospin mean values and a dia-
gram technique

Expansion of the exponent in (2.7) in powers of Hj, (2.2) leads, after substi-
tution in equation (2.8), to an expression that has the form of the sum of infinite
series with terms containing the averages of the T-products of the electron creation
(annihilation) operators (2.1). The evaluation of such averages can be made using
the Wick theorem.

In our case this theorem has some differences from the standard formulation.
Namely, each pairing of operators (2.1) contains operator factors, i.e.

| — | —

ai(t")ay (1)=g(v" = 7)0i PF,  ai(r)ag (1)= g(v" — 7)0i Py, (3.1)
 ———  ———

ay (T)ai(t")= —g(r' = 7)0: P, ag (T)ai(m")= —g(7" — 7)6i Py .

Finally, this gives the possibility to express the result in terms of the products of
nonperturbed Green functions

(Trai(T)af (7)o T (1+e P 7>,
{aiat o -+t >,

(3.2)

Gio(T —7') =
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)i (o _ eremyy [ (e 7570,
o 21 -1+ >,
Gio(T — T/) =g(r — 7-/)51'07 Gio(T — 7',) = g(r — 7-/)51'07
and averages of a certain number of the projection operators
1 1
Pr=_45 P =—-—-57 3.3
) 2 + 1) 1 2 7 ( )
Let us demonstrate this procedure for one of the terms which appear in the fourth
order of the perturbation theory for (S7):

/dﬁ /dTQ /dT3 /d7'4 Z Z tijtivii isjatisgs (3.4)

1]21]1 22]223]3
( T.S;a f(ﬁ)aj(ﬁ)aZ(Tz)%(Tz)ai(73)%(73)%(74)%3(74))0-

The stepwise pairing of a certain operator with the other ones gives the possi-
bility to reduce expression (3.4) to the sum of the averages of a smaller number of
operators

(T7Sf a; (Tl)aa(Tl)a+(Tz)aal(Tz) +(73)%(73) +(74)%‘3(74»0

= (T 51 (Tl)a](Tl)aJr(TQ)ajl(TQ)CL;; (Ts)djz(Ts)a?;,(T4)ajs(T4) )o

+(T> 51 (Tl)%(ﬁ)ait(72)aljl(72) CLZ-Z(Ts)%(Ts)ag(74)@j3(74)>0

= —Gijs (1 — )(T-SF P aj(m)a;, (12)ag, (12)af, (73)as, (3)a (12))o (3.5)

— Jijy (11 — 1) (T7:S] Py aj (1) af (o) ail (73) g, (13)as (T4) aj, (73))o-

The successive application of the pairing procedure for (3.5) leads, finally, to

—Gi (T1=72)Givjo (To=T3) Gia (Ta—T1) Gin s (T3 —T2) (T-S7 PjF Py Py, Pyl )o

— i35 (T1=T4) Gir jo (T2=T3) Gin (T3=T1) Gis o (Ta—T2)(T-Sf P} P}t Py Pih)o (3.6)

+0igs (T1=T4) Girjo (To—=T3) Jins (T8—T2) Gias (Ta—71 ) (T S] P P P Pl ).
We introduce the diagrammatic notations

O - S5 IR VaVaVaVaVal Uit
1—=—1"— (gu " + g Py)

and diagrams

@ o
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which correspond to expression (3.6).

Expansion of (3.6) in semi-invariants leads to multiplication of diagrams (semi-
invariants are represented by ovals surrounding the corresponding vertices with
diagonal operators and contain the J-symbol on site indexes). For example,

=

—O
é.

C =t

We shall omit diagrams of types 2, 3, 5, i.e. the types including semi-invariants of a
higher than the first order in the loop (this means that chain fragments form single-
electron Green functions in the Hubbard-I approximation) and also connection of
two loops by more than one semi-invariant (this approximation means that a self-
consistent field is taken into account in the zero approximation).

Let us proceed to the momentum-frequency representation in the expressions
for the Green functions determined on a finite interval 0<7<f when they can be
expanded in the Fourier series with discrete frequencies

57 =5 2 ). ) = 5 3 e i), (3.7)

. B 1 . B 1 _2n+1
g<wn)__iwn—€’ g<wn)—_ma Wp, = 3
The characteristic feature of the already presented diagrams and the diagrams
corresponding to other orders of the perturbation theory is the presence of chain

fragments. The simplest series of chain diagrams is

:‘>:_{>'_+4{>‘§_{>'7 +4(>’—i{>’1{>k+... , (38)

where

.

—| .— pu— n pu— N — 3-9
9(on) iwn—z—:+1wn—f—: (39)
and corresponds to the Hubbard-I approximation for a single-electron Green func-

tion. The expression

1

=== Gulen) = S5 (3.10)
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in the momentum-frequency representation corresponds to the sum of graphs (3.8).
The poles of function Gg(w,,) determine the spectrum of the single-electron exci-
tations

1 1
funltn) = 5 2B + ) & 51/97 + 4k (S)g + 8. (3.11)

Behaviour of the electron bands as a function of the coupling constant is pre-
sented in figure 1. One can see that there always exists a gap in the spectrum. The
widths of subbands depends on the mean value of the pseudospin and in the case
of strong coupling (g > W) the subbands’ halfwidth is equal to W (3 £ (S5*)) (W
is the halfwidth of the initial electron band).

1.5+
€ ]
1.0
0.5
0.0
-0.54

-1.0

-1.5 4 IRRRRRRLEER [T TTrrTT [T T rroTT TTrTTT

Figure 1. Electron bands boundaries (W = 0.4, (S*) = 0.2).

Let us now return to the problem of summation of the diagram series for the
mean value (S7) taking into account the above mentioned arguments. The diagram
series has the form

= = — —=
(SH =@ = O - +%_!- (3.12)

3l

The analytical expressions for the loop has the following form

2 + -
_ EZ t L
N ~— g N wy) —te \lw, — ¢ iw, — €

= Bl P+ auPy), (3.13)
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where we used the notations

1 1
@ ! )
e NBZ Hwp —tk)(lwn—e 2T NBZ Hwp —tk)(iwn—é)
Using decomposition into simple fractions and summation over frequency we obtain

—% >t Ain(ei(tn) + Bin(eu(ta)|. aF% > te] Asn(ei(t)) + Banleu(ta).

where
El(tk) - 5H<tk:) ’ EII(tk:) - 51<tk:)’
Ay = ei(te) — ¢ By = enl(tr) — ¢
El(tk) - EH(tk) ’ 511(tk> - 51(tk>’
and n(e) = #ﬁe is a Fermi distribution.
1+e

The equation for (S7) can be presented in the form

(SF) = (S7ho — (SEB(1 B + asP))s
1 _
o (SF B+ aaPy ) — . = (Spe M) (3.14)

Let us introduce

i
where

HMF = HiO + O[lf)i—i— + OzQPi_.

7

Then, the analytical equation for (Sf) can be expressed in the form

o ae_ Sp(Spefthar)
<Sl>_<Sl>MF — W

1 B 1+e P

The difference as — a; corresponds to an internal effective self-consistent field
acting on the pseudospin

- = Zt =< n(eu(te)) = nla (i) (3.16)

tk: — & tk:)
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4. The mean value of the particle number

The diagram series for the mean value (n;) (using the perturbation theory, the
Wick theorem and expansion in semi-invariants) can be presented in the form

(4.1)

where

iw, — &% iw, — &%

P = (P*;P), Ea = (g;€)

and the last term appears due to the pairing of the electron creation (annihilation)
operators with the operator of the particle number.
An analytical expression for (4.1) can be obtained starting from formulae (3.9),
(3.10):
2 tr (P*)
(ni) = (ni)mr + NG Z (0 (oon) = 1) G — 222"

n,k,a

(4.2)

Using decomposition into simple fractions and summation over frequency we
can present the mean value (n;) in the form:

(ni) = % > [n(&(tk)) + n(en(tw)] —2(P")n(é) —2(P7)n(e).  (4.3)
5. Thermodynamic potential

In order to calculate the thermodynamic potential let us introduce parameter
A € [0,1] in the initial Hamiltonian

Hy, = Hy + AH,y, (5.1)
such that H — Hy for A =0 and H — Hy + H;, for A = 1.
Hence,
Zy = Sp(e ") = Sp(e "16,(8)) = Zo(6x(8))o,
where

B
ox(B) =Trexp{—A /Hint(7'>d7' ,
0
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and
0, = —% In Z — %m@—x(ﬁ»o, (5.2)
AQ)\ = Q)\ — QO = —% ln([n(ﬁ)ﬁ)

Here ) is a thermodynamic potential calculated with the single-site (diagonal)
part of the initial Hamiltonian.

AQ = 0/1 d\ (ddfix) (5.3)

For value df2,/d\, we can immediately write the diagram series in the next form:

Therefore,

where! — At, and also

Expression (5.3) can be presented in the form (using the diagram series (5.4)):

1

AQ = /)\t Wn —d)\
NB Z KA 1 — Mgga(wn)

My, 492 (@n)

2
= g2l BZ/ T )
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The first term in expression (5.5) may be written in a diagram form as

1 § :::, § ' l@ + ©+
1 .
(5.6)

Series (5.6) describes an electron gas whose energy spectrum is defined by the
total pseudospin field. This series is in conformity with the so-called one-loop
approximation.

The second term in expression (5.5) can be integrated to the following diagram
series

ThOTHIET

(5.7)

N

and appears due to the presence of a pseudospin subsystem.
Finally, the diagram series for SA2 can be written as a sum of expressions
(5.6) and (5.7), and the corresponding analytical expression is the following:

A= -2 %I (cosh Seu(ti)) (cosh Gen(te))
= (cosh ge)(cosh gé)
1 g 1+e e
_B In cosh {§(h +ay—aq)+ 1nm}
1+ePe

1
—+— lncosh {gh —|— lnm

B

Here, decomposition in simple fractions and summation over frequency were done.

Then, since the thermodynamic potential is a function of the argument (S#), let
us check the consistency of approximations made for (S#¥), (n) and thermodynamic
potential Q. For this purpose let us derive the mean values (S%) and (n) from the
expression for the grand thermodynamic potential

} + (S*) (g — ). (5.8)

% - % ; n(et) + nen(te)| = 2(P*)n(E) = 2AP)n(e).

dQ 1 B 14+e P
L — “tanh{C ~ In-—° L
A= 2tan {2(h+a2 ap) + n1+e—55}
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We thus obtain
dQ dQ .
d—) (n), a—m - (57).
(=) (—h)
Therefore, the calculation of the mean values of the pseudospin and particle num-
ber operators as well as the thermodynamic potential is performed in the same
approximation which corresponds to the mean field one.

6. Pseudospin, electron and mixed correlators
In this section our aim is to calculate the correlators

Kia(r—7) = (T5
Kin(r—7) = (T
Kin(r =) = (Ta()im(7))",

constructed of the operators given in the Heisenberg representation with an imag-
inary time argument.

Let us present a diagram series for the correlation function (in the momentum-
frequency representation) within a self-consistent scheme in the framework of the
generalized random phase approximation (GRPA) (which was applied in [9,10]
where the magnetic susceptibility of the ordinary Hubbard model and ¢t — J model
was considered). In our case (the absence of the Hubbard correlation) this approx-
imation is reduced, because the so-called ladder diagrams [11] with antiparallel
lines disappear.

We would like to remind that we have omitted diagrams including semi-inva-
riants of a higher than the first order in the loop and also connection of two loops
by more than one semi-invariant.

(5°5), - (NP = -SCD 6.1)

where we define

o D==("FD= , =[=D=) = ==+ = (K, wn);

P*=(P"P7); a=(0,1); =(8; @=P O=S
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Here, the first term in equation (6.1) takes into account a direct influence of the
internal effective self-consistent field on pseudospins and is given by

3 N

(6.2)

Series (6.2) means a second-order semi-invariant renormalized due to the “single-
tail” parts, and is thus calculated by Hy.

The second term in equation (6.1) describes an interaction between pseudospins
which is mediated by electrons (the energy of the electron spectrum is defined by
the total pseudospin field).

We introduce the shortened notations

f\N—.-\
a B w (63)

Solution of equation (6.1) can be written in the analytical form

(5757, = 1/4 - <i22 , (6.4)
1+ Z/)}(—l)‘”ﬁq’ (1 (593
where
= — Z tktk-i-q k wn)l“ﬁ(k +q, Wn> (65)
Tk, ) = —— ! (6.6)

(iw — %) (1 = teg(wn))
Decomposition of function I'*(k, w,,) into simple fractions and the subsequent eval-
uation of the sum over frequency leads to the next expression:

_ 22
Z(_l)a-l—ﬁjﬁ _ % Z tktk+q(g 5)
k

e1(tr) — Ell(tk)][el(tkw) - EH(tk+q)]

a,B
% {n[el(tk)] — n[ei(triq)) 4 nlen(te)] — nleu(triq))
er(tk) — €ithiq) enltr) — enlthrq)
nlei(te)] — nlen(tirq)] _ nlen(te)] — nlei(tirq)]
- e1(tr) — eultrrq) eu(te) — eiltrsq) } ' (6.7)
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After substitution (6.7) in equation (6.4) we finally obtain an expression for
(525%),.
This formula for the uniform case (g = 0) can be rewritten as

(9%8%)g—0= (1/4 — (57)?) (6.8)

{ ( . Sy o ke )] - )]

-1
ﬁ_z ti(ﬁ — 5)2 1 1 1 . z\2
TN g [e1(tr) — eu(tr)]? | cosh? —BEIS'“) " cosh? Zeulte) (4 SRR

2

Expression (6.8) can be obtained from the derivative d(S*)/d(5h). This means
that the mean values of the pseudospin and pseudospin correlators are derived in
the same approximation.

For a mixed correlator the diagram series has the form

| I
(s'n), - QO  + @ (6.9)

where

(6.10)
(6.11)
T = (F0S , 4T9) = —{=o—+ > = P°T (k,w,,).
(=
Solution of equation (6.10) can be written in the analytical form
I =2(n(e) —n(€))(575%),. (6.12)
Here we start from formula (6.4) and from the next relation:
Wrnhe — S0 _ o (n(e) — n(2). (6.13)
1 <Sz>2
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The second term in diagram series (6.9) can be presented as

) DL et
1] = N(S S >qZ€1(tk) — en(te)

% {n[’fl(tk)] — n[fl(thrq)] nlei(tr)] — n[gn(thrq)]
er(tr) — e1(thiq) e1(te) — eultriq)
nlen(te)] — nle(terq)] _ nlen(te)] — nlen(tirq)]
- eulte) — €1(triq) eulte) — euthrq) . (6.14)
Let us introduce the shortened notations for expression (6.14)
I = (5%5%)4[®]q- (6.15)
In this way we obtain
(5°n)q = 2[n(e) = n(&)] (5757 + (575 [ (6.16)

From our diagram series we can see: correlators containing the pseudospin variable
S* are different from zero only in a static case. This is due to the fact that operator
S* commutes with the Hamiltonian, being an integral of motion.

For an electron correlator our diagram series has the form:

! I 1l W
(nn)gqw = -J()+Cb+@+ (6.17)

+

and only the last term is not equal to zero for non-zero frequencies. Let us consider
series (6.17) term by term.
The first term in series (6.17) may be written as

(6.18)

After simple transformation we can obtain the next relation:

, L[ (PF) (P7) ((nS*)mr — (n)(S%))*
2 (cosh2 % * cosh? %) - (PH)(P~) ' (6.19)

(nn)vr — (n)

This relation makes it possible to write immediately a simple analytical expression
for series (6.18)

I= {[2(72,(6) —n(&))]3(5*5%), +1 ( it + ) ) }5(w). (6.20)

2 COSh2% Cosh2§
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Analytical expressions for the [/-term can be obtained starting from formulae
(6.11)—(6.15)

11 = {2[n(2) — n(E)(S*5)g[]q }o (). (6.21)

Using expression (6.16) we can unite (6.21) and (6.20)

I+1I= {Q(n(e) —n(£))(5"n)q +% ( () + ) ) }5(w). (6.22)

cosh? & cosh? %

The diagram series for the fourth term in (6.17) has the form

i AR

and can be written as

= @ = [®4(575%)q[Blad(w). (6.23)

Using formula (6.16) once more we unite the ///-term and the IV-term
IIT + IV = (nS?)4[®]40 (w). (6.24)

The last term can be presented in the form

Dot 7

Let us write down the final formula for an electron correlator for the uniform
(g = 0) and static (w = 0) case

(6.25)

(nm) = 2(n(e) — (@S gm0 + (

(PY) . (P ) (6.26)

cosh? % cosh? %

B tr(e — ) 1 1
+—= — S*n) g
2N ; &r(tk) — eult) | cosh? —55112(’%) cosh? —6€I§t’“) W5 a0

2N COSh?BE%(t’“) coshQBEIT(t’“) 2 | cosh® 2 cosh? & [

The same result can be obtained from the derivative d(n)/(dSu). Thus, all our
quantities: the mean values of the pseudospin and particle number operators, the
thermodynamic potential as well as correlation functions are derived within the
framework of one approximation which corresponds to the mean field approxima-
tion.
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7. Numerical research in the u = const regime

In the investigation of equilibrium conditions we shall separate two regimes:

p=const and n=const. For the first regime the equilibrium is defined by the min-

imum of the thermodynamic potential: (8_%) =0.
HS*) )1

The p=const regime corresponds to the case when charge redistribution be-
tween the conducting sheets CuOy and other structural elements (charge reser-
voir, e.g., nonstoichiometric in oxygen CuO chains in YBaCuO-type structures) is
allowed.

The dependencies of the order parameter (S*) on field h and temperature 7" at
the constant value of the chemical potential are determined by equation (3.15). All
the integrals in (3.15) can be calculated analytically at zero temperature (below,
all the calculations will be performed for the rectangular density of states, but we
would like to note that the similar behaviour can be obtained in the case of the
semi-elliptic density of states).

We shall present all our results for the case of zero temperature as well as for
the case of non-zero temperature.

h j

h ] =

2.0 0<n<2 n=2 2.0 O<n<2/n=2
a) 1.5

1.0 Z

] S=-1/2
0.54

: n=2
0.0

-—nﬂﬂ-rrrrn-rn-n-n-v-n-v-rn-v-n-v-n-n-rmﬂﬂﬂﬂﬂﬂﬂj—>

-1.0 -0.5 0.0 05 M 10 -1.0 -05 0.0 05 H 1.0

Figure 2. Phase diagram p - h. Dotted and thin solid lines surround regions with
5% = :I:%, respectively. Thick solid line indicate the first order phase transition
points. a) the case of zero temperature; b) T'=0.002 (W = 0.2;9g = 1) .

The phase diagrams p-h which indicate stability regions for states with
(5%) = £5 are shown in figure 2 for g > W.

One can see two regions of the y and h values where the states with (S5%) = 1
and (S%) = —1 are both stable. In the vicinity of these regions the phase transitions
of the first order with the change of the longitudinal field h and/or chemical
potential p take place and they are shown by thick lines on phase diagrams in
figure 2.

The field dependencies of (S*) and 2 near the phase transition point are pre-
sented in figures 3, 4. Their behaviour in the cases of 7" = 0 and T" # 0 with
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0.5

Z

S
0.3

0.1

-0.1

-0.3

-0.54+rrrrr TroorT R S -0.
0.18 0.20 022 024 026h028 0.18 020 022 024 026h028

Figure 3. Field dependency of (S*) (W = 0.2, p = —0.4, g = 1.0) for yu=const
regime; 7= 0.01 and 7' = 0.

the change of the chemical potential is similar: S-like for the mean value of the
pseudospin and a fish tail form for the thermodynamic potential.

In the py=const regime, the chemical potential can appear in the electron bands
or out of them with the change of field h (dashed line in figure 5), and in the vicinity
of the phase transition point this results in a rapid change of electron concentration
(dotted lines in figure 6) due to a charge transfer from/to the reservoir (CuO
planes). The widths of the electron subbands depend on the mean value of the
pseudospin which results in the presented above behaviours.

The phase transition point is presented by a crossing point on the dependence
Q(h) (figure 4). At the same time this value is determined according to the Maxwell
rule from the plot of function S#(h).

_0.10-_ Q ]
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018 020 022 024 026h0.28 018 020 022 024 026h028

Figure 4. Field dependency of thermodynamic potential (W = 0.2, p = —0.4,
g=10); T=0.01 and T = 0.
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Figure 5. Field dependency of electron bands boundaries (W = 0.2, u = —0.4,
g=10); T=0.01 and T = 0.
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Figure 6. Field dependency of electron concentration (W = 0.2, p = — 04,

g=1.0); T=0.01 and 7' = 0.
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With the temperature increase the region of phase coexistence narrows, and the
corresponding phase diagram 7,-h is shown in figure 7a. The tilt of the coexistence
curve testifies to the possibility of the first order phase transition at a change of
temperature with a jump of the pseudospin mean value. (The phase diagram T~
has a similar form). The existence of the shifted and tilted coexistence curve as
the result of the local pseudospin-electron interaction was obtained for the first
time in [12] for a pseudospin-electron model with a direct interaction between
pseudospins.

The analysis of the thermodynamic potential behaviour with the temperature
increase (figure 7b) shows that the lowest value of Q(T") corresponds to the jump
of the mean value of the pseudospin (dotted lines in figure 8) from the branch
which corresponds to the low temperature phase to that of the hight temperature
phase. The analysis of the (S%S5%) behaviour with the temperature decrease shows
that the high temperature phase is stable up to zero temperature. This means that
the vertical line on the T.-h phase diagram only once crosses the boundary of the
phase stability.

In figures the case when the chemical potential is placed in the lower subband
is presented. There is no specific behaviour when the chemical potential is placed
out of the bands. And if the chemical potential is placed in the upper subband our
results transform according to the internal symmetry of the Hamiltonian:

= — i, h — 2g — h, n—2-—n, S* — —S%. (7.1)

T ; Q ]
0.025

a) 0.020—:
0.015
0.010

0.0051

0.0 0.02 T 0.03

0.000-

Figure 7. a) phase diagram Tc-h (g = 1, p = —0.4); b) temperature dependence
of the thermodynamic potential (W = 0.2, h =0.22, p = —0.4, g = 1).

8. Numerical research in the n = const regime

In the regime of a fixed value of electron concentration the first order phase
transition with a jump of the pseudospin mean value accompanied by a change of
electron concentration transforms into a phase separation.
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The dependence of the mean value of the particle number (or electron concen-
tration) on the chemical potential is one of the factors determining thermodynam-
ically stable states of the system. One can see the regions with du/dn < 0 where
states with a homogenous distribution of particles are unstable, which corresponds
to the phase separation into the regions with different electron concentrations and
pseudospin mean values (figures 9 and 10).

In the n=const regime the equilibrium condition is determined by the minimum
of free energy F' = Q + uN. In the phase separated region the free energy as a
function of n deflects up (figure 10) and concentrations of the separated phases
are determined by the tangent line touch points (these points are also the points
of binodal lines which are determined according to the Maxwell rule from the
function u(n), see figure 9).

The resulting phase diagram T-n is shown in figure 11.
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Figure 8. Dependence of the mean value of the pseudospin and the pseudospin-
pseudospin correlation function on temperature (W = 0.2, h = 0.22, p = —0.4,

g=1).

9. Conclusions

Investigation of a pseudospin-electron model in the case of electron correlation
absence was performed in the mean field approximation using the Hubbard-I ap-
proximation for the calculation of a single-particle Green function. We presented
the analytical consideration of our model and all the quantities were obtained
within the framework of one self-consistent approximation.

As the result of numerical investigations we have obtained:

1) there is always a gap in the electron spectrum (with a change of the mean
value of the pseudospin a reconstruction of the electron spectrum takes place);

2) the possibility of the first order phase transition with a change of the lon-
gitudinal field h (as a consequence of this the S-like behaviour of the mean value
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Figure 9. Dependence of the chemical potential u on the electron concentration
n and the pseudospin mean value (S#) for different h values (¢ = 1, W = 0.2,
T =0.01).

- AF
H -
: 0.0081
-0.407 ]
_ 0.004
-0.429! ] R
: 0.0007:. .-~ :
-0.449% ]
]: -0.004 7
-0.46- -0.008
0.0 . . . 00 05 10 15 N 20

Figure 10. Dependence of the chemical potential i on the electron concentration
n and deviation of the free energy from linear dependence for different 1" values

(g=1,W =02, h=0.2).
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Figure 11. Phase diagram T-n (g = 1, W = 0.2 h = 0.2) for a phase separated
state. Solid line indicates binodal points, dashed line indicates spinodal points.

of the pseudospin with a jump in the phase transition point (which corresponds
to the inflected point on the dependence §2(h)) is obtained and at this point the
concentration rapidly redistributes between the conducting sheets CuOs and the
charge reservoir (CuO planes) in YBaCuO-type structures);

3) the phase coexistence curve is tilted from the vertical line, therefore, there
exists a possibility of the first order phase transition with the temperature change;

4) the high temperature phase is stable in the whole region of temperatures
(figure 8);

5) in the regime n=const we have the regions with du/dn < 0, which corre-
sponds to phase separation with the appearance of regions with different electron
concentrations and different orientations of pseudospins.

Analytical expressions for the mean values, thermodynamic functions and sus-
ceptibilities of such a simplified pseudospin-electron model (U = 0, 2 = 0) were
obtained for the uniform phase, when (S?) = (S?%), and only the possibilities of
phase transitions with uniform changes (q = 0) were analysed numerically. On the
other hand, it is known that for certain parameter values the charge ordered phase
can exist in a strong coupling limit of the pseudospin-electron model (U — o) [13]
which calls for the consideration of the possible superstructure orderings in the op-
posite limit of U = 0 and will be the subject of our further investigations.
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TepmoauHamika nceBAoOCNiH-eNEKTPOHHOI MoAaersi npu
BiACYTHOCTI Kopensuiui

[.B.Ctactok, A.M.LLBaika, K.B.TabyHLnK

IHCTUTYT @i3nkn koHaeHcoBaHnx cuctem HAH YkpaiHu,
290011 JibBiB, ByNn. CBEHLjLBKOrO, 1

OTtpumanHo 1 notoro 1999 p.

B poboTi gpocnioxyetbcsa TepMoamMHamMika nceBaocniH-enekTPOHHOIT MO-
neni npu BiACYTHOCTI Kopensuin. Po3paxoBaHi 4acoBi KOPenAuinHi pyHK-
Lii, cepedHi 3Ha4yeHHs ornepaTopiB NCeBAOCNIHY i KiNIbKOCTi 4aCTUHOK
Ta TepMoaMHaMiyHUIA NoTeHujan. Pa3paxyHOK npoBeaeHni giarpaMHum
MEeTOA0M Yy HabNnxXeHHi cepeaHboro nons. OgHO4aCTUHKOBI GyHKL;i Mpi-
Ha B3ATi y HabnuxeHHi Xabbapa-l. YucenbHe AoCniaKeHHs IEMOHCTPYE,
LLLO B3aEMOSjisi ENEKTPOHIB 3 NCEBAOCMIHAMU B PEXMMI 1 = const npmBo-
ONTb 00 MOX/TMBOCTI pa30BOIro nepexony nepLuoro poay npv 3MiHi Tem-
neparypwm i3 CTpubkomM cepeHbOro 3Ha4YeHHs ncesgocniHa (S*) inepe-
Oyn0BOIO €/IEKTPOHHOIO cnekTpy. B pexumi n = const npu neBHMx 3Ha-
YeHHsIX NapamMeTpiB Mae MicLie HecTabiNbHICTb WoA0 $a30BOro po3lwa-
PYBaHHS B €NEKTPOHHIN NiACUTEMI.

Knio4oBi cnoBa: rncesaocniH-e/1eKTPOHHa MOLAES b, JIOKa/IbHUNA
aHrapmMoHi3am, HabvxeHHst Xabbapa-1, pasoBe po3LiapyBaHHS,
pasoBuvi nepexia

PACS: 71.10.Fd, 71.38.+i, 77.80.Bh, 63.20.Ry
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