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In the present paper metal-to-insulator transition with the increase of tem-
perature is studied in a narrow-band model with non-equivalent Hubbard
subbands at half-filling. It is shown that the results obtained in the con-
sidered model are essentially distinct from those obtained in the Hubbard
model. The results are applied to the interpretation of some experimental
data.
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1. Introduction

It is known that the electron-hole symmetry is peculiar to the Hubbard model [1].
One of the manifestations of this symmetry is the equivalence of the lower and
upper Hubbard bands. It is the result of the equality of hopping integrals describing
both “translational” hopping of holes and doubly occupied sites (doublons) and
the processes of their paired creation and destruction. Equality of noted hopping
integrals is caused by neglecting the matrix elements of electron-electron interaction

¢ '~ Ry)2drdr’ 1.1
WW(T— k)| "drdr’, (1.1)
in the Hamiltonian of model (the matrix elements (1.1) describe hopping of electrons
between i and j lattice sites; ¢-function is the Wannier function).

However, the theoretical analysis, on the one hand, and the available experimen-
tal data, on the other hand, indicate the fact that the Hubbard model generalization
is of a principle necessity taking into account the correlated hopping (1.1) [2-6]. In
such a model, hopping integrals describing “translational” hopping of holes and
doublons are different. These hopping integrals also differ from the hopping integral

Kikik) = [ [ &~ Rt~ Ry
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which is connected with the processes of paired creation and destruction of holes
and doublons. Consequently, the lower and upper Hubbard bands are non-equivalent
(non-symmetric). In recent years, similar models have been studied intensively [7—
14].

An important puzzle arising in studying these models is a metal-insulator tran-
sition problem which is one of the most essential in narrow-band physics [15-17].
In this connection special interest is challenged by the observable metal-to-insulator
transitions in some narrow-band materials with the increase of temperature (see, for
example [17-22]).

Based on the approach proposed in the papers [5,23] we have studied metal-
insulator transition in a model of narrow-band material with non-equivalent Hub-
bard subbands (the so-called “non-symmetric Hubbard model”) at half-filling and
zero temperature in the paper [24]. The present paper is devoted to a further study
of metal-insulator transition in a model with non-equivalent Hubbard subbands, in
particular, to the study of temperature-induced metal-to-insulator transition.

2. Results

We start from the following natural generalization of the Hubbard model [1] at
half-filling including correlated hopping (1.1) [4,5]

H = —yu Z a; s + (to + Tl)zla;;aja + TQZ, (a;;ajania + h.c.)
io ijo 1jo
+ UZ NNy, (21)

with 7, j nearest-neighbours sites,  is the chemical potential, a;, (a;,) is the creation

(destruction) operator of an electron of spin ¢ (¢ =7,]) on i-site (¢ denotes spin
projection which is opposite to o), n,, = a;,a;, is the number operator of electrons
of spin ¢ on i-site, U is the intra-atomic Coulomb repulsion, ty, T, T, are the
integrals of electron hopping between the nearest neighbours,

Ty = J(ikjk), Ty = J(iiij);
k#i,j

the primes at the sums in Hamiltonian (2.1) signify that i # j.
Using a generalized mean-field approximation [5,23] in Green function method
we obtain for a paramagnetic state the single-particle energy spectrum as

1—2d)(te+t)+U 1

Fy = \/[B(tk—fk) —U]2+(4dti()2, B =1-2d+ 4d, (2.3)

Ero(k) = —p+

where d is the concentration of polar states (holes or doublons), ty, fi, t} are
the Fourier transforms of the respective nearest-neighbour hopping integrals t =
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to+ Ty, t=t+2Th, t' =t+ Ty t and t are terms describing hopping of quasipar-
ticles within the lower and upper Hubbard bands (hopping of holes and doublons)
respectively, ¢’ describes quasiparticle hopping between hole and doublon bands (the
processes of paired creation and destruction of holes and doublons).

The peculiarity of single-particle energy spectrum (2.2) is the dependence on
temperature (d is a function of temperature). Thus, the proposed approach makes
it possible to study temperature-induced metal-insulator transition.

The energy gap width (difference of energies between bottom of the upper and
top of the lower Hubbard bands) is

AE = (1~ 2d)(w + @) + 5(Q1 + Qo) (2.4)
Q1 = \/[Blw — @) — UP + (4dzt')2, (2.5)
Q2 = \/[B(w — @) + UP + (4d=t')2, (2.6)

where w = z|t|, @ = z|t| (z is the number of the nearest neighbours to the site).
The concentration of polar states (obtained using the Green function
({@ionislaj,))) is [24]

CE DE

exp —i;(;) +1 exp —ii(;) +1

1 U Be [t 1 U Be [t
e = <= — —/— — - — ]_ y DE — = T ]' 9
¢ 2 2F. 2F. (t ) 2 + 2F. + 2F. (t )
and chemical potential of narrow-band model with non-equivalent Hubbard sub-
bands is given by the equation

de, (2.7)

w

1 1
l [exp —75;;5) +1 exp —i;(;) +1

de =0, (2.8)

Ei5(e), F. are obtained from respective formulae (2.2), (2.3) for E;s(k), Fx by
substitution of ty, — ¢, t — (t/t)e, t} — (#'/t)e. Here we have used the rectangular
density of states.

3. Discussions and conclusions

The temperature dependence of chemical potential of a narrow-band model with
non-equivalent Hubbard subbands obtained from equation (2.8) is plotted in fig-
ure 1. One can see that in the considered model chemical potential is essentially
dependent not only on the parameters w and @ but also on temperature (in con-
trast to the Hubbard model where u = U/2), and moreover, the chemical potential
rapidly increases with the decrease of temperature depending on the parameters of
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Figure 1. The temperature depen- Figure 2. The dependence of energy
dence (0 = kpT) of chemical poten- gap on temperature at U/w = 0.9.
tial p for U/2w = 1: the upper curve The upper curve corresponds to 7 =
corresponds to ; = 1 = 0.3; the 7o = 0.2, the middle curve — 7 =
lower curve — 71 = 1 = 0.1; the o = 0.1, the lower curve — 7y = 7 =
straight line corresponds to values of 0 (the Hubbard model).

chemical potential in the Hubbard
model (11 =1 = 0).

non-equivalence of Hubbard subbands 77, 7. In a high temperature region in the
proposed model, the chemical potential tends to U/2 with the increase of tempera-
ture; really, at T' — oo the probabilities of an electron finding within the lower and
upper Hubbard bands (independent of their bandwidth ratio) are equal.

At a given U, w, w, t' (constant exterior pressure), the concentration of polar
states (2.7) increases with the increase of temperature. It leads to the fact that
the system can undergo transition from the state with AE < 0 to the state with
AFE > 0, i.e. metal-to-insulator transition can occur. In this case the results obtained
in the Hubbard model and those obtained in non-symmetric Hubbard model can be
essentially different (figure 2 illustrates it). Let us take for example U/w = 0.9.
One can see that at 7= 0 K the energy gap width in both models is AE < 0 (a
metallic state). With the increase of temperature, metal-to-insulator transition does
not occur in the Hubbard model, in a non-symmetric model the values of parameters
T1, To exist at which metal-to-insulator transition occurs.

In case the metal-to-insulator transition occurs in both models from figure 2
one can see that at given values of U/w in a model with non-equivalent Hubbard
subbands, metal-to-insulator transition occurs at a smaller temperature than in the
Hubbard model. So, for example, for wo = z|ty| = 1.05 eV (such bandwidth of NiS,
was estimated in the paper [19]) in the considered model in a paramagnetic state
metal-to-insulator transition occurs at 7' ~ 280 K for U/wo = 1.94 and 7 = 7o =
0.01 (observable the transition temperature of NiS, is 7" ~280 K at p ~3 MPa [20]).
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For the same value of U/wy metal-to-insulator transition occurs at 7' ~940 K when
71 = 72 = 0 (neglecting the correlated hopping, the Hubbard model) and at 7' =0 K

when 71 = 75 = 0.015. If U/wg = 1.98 then transition from a metallic state to
an insulating state is realized at T' ~ 290 K for 7y = m» = 0; at T" =0 K when
71 = T = 0.005. Note that at U ~ 2w the temperatures of metal-to-insulator

transition found in both models are essentially different; with a deviation from this
ratio the difference decreases.

The obtained temperature dependence of energy gap can explain observable tran-
sition from the state of a paramagnetic metal to the paramagnetic Mott-Hubbard in-
sulator state in the (V;_,Cr,)203 compound [17,18] in NiS, [20] and in the NiS,_,Se,
system [20—-22] with the increase of temperature.

To conclude, metal-to-insulator transition observable in the materials with nar-
row energy bands can be explained based on the proposed approach at realistic
values of the parameters characterizing non-equivalence of the Hubbard subbands.
This way, the results obtained are essentially distinct from those obtained with-
out taking into account this non-equivalence (the Hubbard model). In particular,
the temperature of metal-to-insulator transition is essentially smaller than in the
Hubbard model (this fact agrees to the observable transition temperature), and the
chemical potential distinguishes from the value 1 = U/2 (obtained in the Hubbard
model) and it is temperature dependent.

The authors are grateful to Prof. 1. Stasyuk for valuable discussions as well as to
the Organizing Committee of the INTAS-Ukraine Workshop on Condensed Matter
Physics for grant.
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TemnepaTypHO-iHAYKOBaHUN nepexin
MeTan-aieseKTpuk y By3abKO30HHIW Moaeni 3
HeekKkBiBaJleHTHUMM ra66apAaiBCbKMMM NiA30HaMu Npu
MNONIOBUHHOMY 3anOBHEHHI

J.Qinyx, B.MaHkeBWy

TepHONiNbLCbKNM AepPXaBHUM TEXHIYHWIA YHIBEPCUTET iM. |.Iynios,
kadpenpa Pisnkm, 282001 TepHoninb, Byn. Pycbka, 56

OTpumaHo 8 yepsHs 1998 p., B ocTaTOYHOMY BUMNAAI — 22 HEPBHS
1998 p.

Y uin poboTi BUBYHAETLCSA TEMMNEPATYPHO-iHOYKOBAHMIA nepexig MmeTan-
DienekTpuK y By3bKO3OHHIN Moaeni 3 HeekBiBaneHTHUMK rabbapniscb-
KMMW Nig30HaMu Npu NOJIOBUHHOMY 3amnoOBHEHHI. [loka3aHo, Lo pesy’ib-
Tatn, OTPUMAaHI y po3rnsaayBaHii Mogeni, CyTTEBO BiApi3HAOTLCSA Bif, pe-
3ynbTaTiB Mmoaeni bbapaa.

Knio4oBi cnoBa: By3bki 30HU MPOBIAHOCTI, Nepexia MeTas-Aie1eKTpuK,
HeekBiBaeHTHI rabbapaiBCcbKi Mia30Hu

PACS: 71.30.+h, 71.28.+d, 71.10.Fd, 71.27.+a
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