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Phase transition into the phase with Bose-Einstein (BE) condensate in the two-band Bose-Hubbard model
with the particle hopping in the excited band only is investigated. Instability connected with such a transition
(which appears at excitation energies § < |¢;|, where [¢(] is the particle hopping parameter) is considered.
The re-entrant behaviour of spinodales is revealed in the hard-core boson limit in the region of positive values
of chemical potential. It is found that the order of the phase transition undergoes a change in this case and
becomes the first one; the re-entrant transition into the normal phase does not take place in reality. First order
phase transitions also exist at negative values of § (under the condition § > dcrie ~ —0.12]tg]). At p < 0
the phase transition mostly remains to be of the second order. The behaviour of the BE-condensate order
parameter is analyzed, the (©, i) and (]t |, ) phase diagrams are built and localizations of tricritical points
are established. The conditions are found at which the separation on the normal phase and the phase with
the BE condensate takes place.
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1. Introduction

During the recent years Bose-Hubbard model (BHM) is proved to be a valuable tool in the
theory of systems of strongly correlated particles. The model achieves a wide recognition due to a
successful description of thermodynamics and dynamics of ultracold Bose atoms in optical lattices
where a phase transition to the phase with the Bose-Einstein (BE) condensate (so-called Mott
insulator (MI) — superfluid state (SF) transition) occurs at very low temperatures. Experimental
evidence of BE condensation in optical lattices was found for the first time in works [, [2] while
theoretical predictions of such an effect were given earlier [3]. Starting from the 90-ies of the past
century, a series of papers were devoted to the theory of this phenomenon. Among the first key
articles on the subject one should mention the work [4] where BHM was studied in the mean
field approximation. The calculated therein phase diagrams demonstrate that in the simplest case
(i.e., hopping of Bose particles in the presence of a single-site Hubbard repulsion) the MI-SF
transition is of the second order. Moreover, it is supposed that particles reside in the ground
state of local potential wells in the lattice. Forthcoming theoretical investigations in this field were
performed with the use of various techniques, e.g., the random phase approximation (RPA) in the
Green function method |5, 16], a strong-coupling perturbation theory [7, |8], the dynamical mean
field theory (Bose-DMFT) [9, [10] as well as quantum Monte-Carlo calculations [11, [12] and other
numerical methods.

The Bose-Hubbard model is also intensively used for a theoretical description of a wide range
of phenomena: quantum delocalization of hydrogen atoms adsorbed on the surface of transition
metals [13, [14], quantum diffusion of light particles on the surface or in the bulk |15, [16], thermo-
dynamics of the impurity ion intercalation into semiconductors [17, [18].

In the last mentioned applications, there is usually a restriction on the position occupation
number (n; < 1), which corresponds to the limit of an infinite Hubbard repulsion for the consid-
ered model. Such a model of hard-core ions (where particles are described by the Pauli statistics)
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is also known as the fundamental one for the investigation of a wide range of problems, e.g., super-
conductivity due to a local electron pairing [19] or ionic hopping in ionic (superionic) conductors
[20, [21].

The study of a quantum delocalization or diffusion reveals an important role of excited vibra-
tional states of particles (ions) in localized (interstitial) positions with a much higher probability of
ion hopping between them [15, 22, 23]. A similar issue of a possible BE condensation in the excited
bands in optical lattices is also considered but the condition of their sufficient occupation due to
the optical pumping (see, e.g. |24]) is imposed. An orbital degeneration of the excited p-state is
accompanied by anisotropy of hopping parameters and causes the appearance of variously polar-
ized bands in the one-particle spectrum. Such bands correspond by convention to different sorts
(so-called “flavours”) of bosons and their number correlates with the lattice dimensionality. In the
framework of the necessary generalization of the Bose-Hubbard model, a possibility of the MI-SF
transition to the phase with BE condensate in the pumping-induced quasi-equilibrium long-living
state of the system has been established [25].

In the equilibrium case, the issue of BE condensation involving the excited states in the frame-
work of ordinary Bose-Hubbard model was not considered in practice. The exception is the system
of spin-1 bosons [26, 27] where a hyperfine splitting gives rise to multiplets of local states resulting
in closely-spaced excited levels. As demonstrated in |28, [29], the MI-SF phase transition could be
of the first order when a single-site spin interaction is of the “antiferromagnetic” type. A simi-
lar change of the phase transition order also takes place for multicomponent Bose systems in the
optical lattices [30].

In the present work we consider an equilibrium thermodynamics of the Bose-Hubbard model
taking into account only one nondegenerated excited state on the lattice site besides the ground
one. On the one hand, such a model corresponds to 1D or strongly anisotropic (quasi-1D) optical
lattice, and on the other hand, it is close to a situation that is characteristic of a system of light
particles adsorbed on the metal surface. For example, the excited states of hydrogen atoms on the
Ni(111) surface are sufficiently distant [22] so only the lowest one could be taken into account. We
shall investigate a condition of instability of a normal state of the Bose system with respect to BE
condensation considering a criterion of divergence of the susceptibility (x ~ ((cil¢;h))wlg=0.w=0)
characterizing the system response with respect to the field related to a spontaneous creation or
annihilation of particles. We shall also study the behaviour of the order parameter (co) ((c)) as
well as the grand canonical potential in the region of the MI-SF transition and shall build relevant
phase diagrams. Special attention will be paid to a change of the phase transition order and
localization of tricritical points at different values of excitation energy, particle hopping parameter
and temperature.

We shall limit ourselves to the hard-core boson (HCB) limit where a limitation on occupation
numbers is present: no more than one particle per site regardless of the state (excited or ground)
occupied by it. Thus, the single-site problem is a three-level one (contrary to the two-level ordi-
nary HCB case). For this reason, it is convenient to use the formalism of Hubbard operators [31]
(standard basis operators [32]).

2. Two-state Bose-Hubbard model in RPA: normal phase
The Bose-Hubbard model is used for description of the system of Bose particles which are
located in a periodic field and can reside in lattice sites. Taking into account only the ground

and the first excited vibrational levels in the potential well on the site, one can express the model
Hamiltonian as:

- U U. e :
H= (sfu)Zb;rbiJr(s'fu)chciJr?ban(n?—1)+?Zn§(n§—1)+UbCZn?ng

+ th]bj_b] + Z tfjcjcj + Zti);(b’j_cj + C;rbj), (21)
ij ij ij
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where b; and b (c; and c;) are Bose operators of annihilation and creation of particles in the
ground (excited) state, ¢ and &’ are respective energies of state and p is the chemical potential
of particles. Such a Hamiltonian includes the single-site Hubbard repulsions with energies Uy, U,
and Uy, as well as the particle hopping between ground (°), excited (¢¢) and different (¢¢) states.
Hereinafter we assume Uy, = U, = Uy, for simplicity.

Let us define a single-site basis [n?, n$) = |i;nb, ng) (which is formed by particle occupation
numbers in the ground and in the excited states, i.e., eigenvalues of operators nf = b;rbi and
n¢ = ¢ ¢;) as well as introduce Hubbard operators (standard basis operators)

i
n,min’ m’ . . ’
X0 = iin,m)(isn', m|. (2.2)

Annihilation and creation Bose operators may be written as

b; = ZZ Vi1 x et b = Z Z Vi 1 XL,
n m n ™

Ci = ZZ vm + ]_Xi’lym;n,erl’ C;r _ Z Z \/’ITL—HX?’erlm’m. (23)

" m n m

Corresponding occupation numbers look as follows
nd =YY aXxpmmm, ng =Yy mXmmm, (2.4)
n m n m

where summation indices n,m =0,...,00 in both ([23) and (Z4)) formulae.
In the X-operator representation, the single-site part of Hamiltonian ([ZI]) can be written as

ﬁo = Z Z Z )\nmXin,m;n,m’ (25)
7 n o m

where

U
)\nm:n(sfu)+m(5'7u)+5(n+m)(n+mfl). (2.6)
Terms describing an inter-site transfer in Hamiltonian (ZI]) are transformed in a similar way.
Our primary goal is to calculate the two-time temperature boson Green’s functions ((b|b*)) and
{{c|c*)), which describe an excitation spectrum and make it possible to investigate the conditions

of the system’s instability with respect to the spontaneous symmetry breaking and the appearance
of a BE condensate. As follows from definitions (23)

<<bl|b;>>w = Z Z vn+1vr+1 <<Xl”7m;n+1,m|X;+1,s;7',s>>w ’

nm rs
<<cl|c;>>w = Z Z vm+1vs+1 <<Xl”7m;n,m+1|X;,s+1;7‘,s>>w ) (27)
nm rs

We will use the equation-of-motion method for the evaluation of X-operator Green’s functions.
For the first one, from relations (27) one could write

b D T D e (A A T
(i X)), (28)
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Let us write the commutators

X o] = Ot = A X (2:9)
(X ] = G/ T (X ) (2.102)
X ) = i (VDX b (2.100)
[xpmnlm ) (mX;z,m;n+1,m—1 _ \/m—_‘_le"am‘Hm‘va) : (2.10c)
X ] = b (Vi T gt (2:100)

The latter are originated from the commutation of an initial X-operator with the inter-site transfer
terms of the Hamiltonian, thus producing the higher-order Green’s functions

(X051 X)), (XS I X)) (2.11)

where X, stands for operators on the right-hand side of expressions (210a))-(2.10d).
Decoupling of functions (211]) in the random phase approximation (RPA) is performed in the
following way:

(X570 | X ) by A (X)X ) s + (D) (X1 %)) (2.12)

b+

In the case of the normal phase (which will be studied herein) (b;) = (b)) = 0. Thus, retaining

only the averages (X, ") of diagonal X-operators we have

(X H] R A XN AT Qun Y by VR 1 Qum Y e (2.13)
J J

and equation (Z8)) can be rewritten as

. s h Q
n,m;n+1l,m| yr+1,s;r,s _ nm
<<Xl |Xp >>w o 5lp5n7"5ms Ao — Anm

\/n+ Qnm Vn+ Qnmztgl
J

e DULCT Al ey (e X)) (2.14)

The following notations are introduced
Qnm = <Xln,m;n,m - Xln+1,m;n+1,m>, Anm = )\n—i-l,m - )\n,mv (2-15)

for the occupation difference of adjacent levels and the related transition energies when the number
of Bose particles in the ground state (with the energy ) on the site increases by one.

Proceeding from X-operators in equation (2I4) to the Bose operators b and b* according to
definition (Z3) we obtain

(155 = - Bip0(e) + g0 <ztl] (D ) W) e

where the function

Qnm

D ) (217)

go(w) =
has the meaning of the unperturbed Green’s function for bosons residing in the single-site ground
state.
Equations of motion for “mixed” Green’s functions ({c[b™)) are obtained in the way similar to
the above described scheme. Using decoupling (212) one can write

X H A A X m e T Qg Yty Vm Qnmzt . (218)
i
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which results in the equation

(b = s (St 0 + St ) (2.19)
Here, similarly to (ZI3) and 217)

!/
Q= (G0 X N A () = 32—+ 1),
m nm
(2.20)
and the function g{(w) is the unperturbed Green’s function for bosons residing in the excited state.
By means of the Fourier transform

((ba] b)) Zelq“’”l Ro) ((0]0F)) go s (2.21)
one can proceed to the momentum representation obtaining a system of equations

(BT g0 = %go(w) + 90(w)tg ((Bb™)) .00 + g0(w)tq {(clb™)) g
((elb™)) g = go(w)tg (BT + g0(w)ty ((clb™)) g » (2.22)

where , , t; and t; stand for the Fourier transforms of hopping parameters.

A pair of equatlons for other Green’s functions are obtained in a similar way

(Ble™))gw = go(@)ta((ble™))q.w + go(w)tg((cle™))qu

({ele™))qw = %gé(w) + g0 (w)tg ((ble™)) g + go(w)tg{lelc™)) g - (2.23)
Solutions of equations (222) and (Z23)) are as follows:

(s = 5= )L = 5ol
(el s = 3= 5 B~ sl
(e = 52 B9ty = (Bl g (224)
where
Dy) = 1~ go(@)t — g5()t} + 90()ah(e) [tath — (1)7]. (2.25)

The equation D4(w) = 0 gives the excitation spectrum which is obtained here in the RPA. On
the other hand, the divergence of boson Green’s functions (Z24]) at the zero values of wave vector
and frequency is the criterion of instability with respect to BE condensation |4, 133], thus giving
the following condition

Dy—o(w =10) =0, (2.26)

which can be rewritten in the explicit form

1 — go(w)tq — go(w)ty + go(w)gp(w) [taty — (¢5)*] =0, (2.27)

00 =~ X Bt 1), G0 = - e ), (229)

and 6 = ¢’ — ¢ is the excitation energy.
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We should point out that divergence of the ((b|b™))¢ o function correlates with the appearance
of the BE condensate in the ground state while at the divergence of the ({c|cT))o o function, BE
condensation takes place in the excited state. In general, both condensates appear simultaneously
except the case tfl' = 0 (e.g. due to symmetry reasons) where these effects become independent and
only the one type of condensate arises in the instability point.

Equation ([Z27)), mutually relating the chemical potential, hopping parameters and temperature,
allows us to construct spinodal surfaces (or lines) in the above mentioned coordinates and to find
the temperature of the phase transition to the phase with BE condensate (so-called SF phase)
where such a transition is of the second order. Below, this problem (especially the issue of the
phase transition order) will be investigated more in detail.

3. NO phase instability in HCB limit

Let us consider now a simple special case of the HCB limit when occupation numbers in the
|n, m) state are restricted by a condition n + m < 1. In the framework of the model, it formally
means U — oo.

In this case, the model becomes a three-level one with the local energies

oo =0, Ao1 = 6 — [, Ao = —p (3.1)
and the following transition energies
Aoo = —p, 00 =0 — H. (3:2)

Thus, equation ([227) can be rewritten in the form

Q()O Q{)O / Q()OQ{)O / 11\2
1— 28— t+ toth — (t1)?] =0, 3.3
b 10T =gt gy oo~ ()] 33
where 5 Blu—d)
1 —ePH 1 —eP\B™
Qoo = Qoo = (3.4)

1+ efr + eB(p—=95)

1+ eBr + eBr—9)’

in the zero approximation with respect to hopping.

We take into account (according to esti-
mations made in [15, [25]) that boson wave
functions in adjacent potential wells overlap in
greater extent in the excited states compared to
the ground ones. Accordingly, we shall put here
to = 0. For a centrosymmetric lattice and in
the case of different parity of wave functions of
ground and excited states we have also t; = 0.
Finally, we follow a usual convention of the BH
model for optical lattices taking ¢; < 0. In this
way equation (B3] can be reduced to

Temperature ©

0.0 T T T 7
[t 1 —efr=9) -09 -06 -03 00 03
= =1. (3.5) _ _
6 —pl+efr 4 efln=9) Chemical potential p

Its solutions determine the stability region Figure 1. Lines of the NO phase instability
boundaries of the normal (NO) phase. Respec- (spinodals) with respect to the appearance of
tive lines of spinodals are numerically calcu- BE condensate in the (0, u) plane in the HCB
lated and presented in figure[I] (here and below limit at various excitation energies (to = 0,
the energy quantities are given in units of |¢(]). lto] =1, tg = 0).

As illustrated in figure [ at § < |[¢5]
spinodals surround an asymmetric area in the
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(0, 1) plane which is located between the points p = 6 — |t{| and g = 0 of the abscissa axis. In
this region, the NO phase is unstable; this is connected with the appearance of BE condensate. At
0 < |ty]/2 and p > 0 the backward path of spinodal is observed and a lower temperature of the
NO phase instability appears, thus suggesting a possibility of the SF phase existence in the inter-
mediate temperature range (so-called “re-entrant transition”). However, as will be shown further,
in the mentioned region a real thermodynamic behaviour is even more complicated. The order of
the NO-SF transition can change to the first one and the SF-phase remains stable up to the zero
temperature.

4. Phase diagrams in MFA
For a more detailed treatment of the NO-SF transition issue, let us study the thermodynamics
of the considered system in the HCB limit, thus reducing the problem to a three-state model with

the Hamiltonian

2 10 01 20 v 02 10 302 20 v 01
HszprMZtini X6 +Zt§in X6 +Zt;’j(Xi X9 4 X20x9), (4.1)
p (%] %] (%]

where the shorthand notations are used
|0> = |00>, |].> = |10>, |2> = |01>, )\0 = )\00, )\1 = )\10, )\2 = )\01 . (42)

Possibility of BE condensation will be studied in the MFA. Average values of creation (annihi-
lation) operators for Bose particles in the ground or excited local state

n= (X" =X =), §=X")=(X") (= () (4.3)

play the role of order parameters for the SF-phase. Hence, the mean-field Hamiltonian is as follows:
Hyr = —N(ton* + tH&® + 2t{né) + Z Ap X PP
ip

+ ) [ton(X0 + XN + 08X + XP) + 06 (X0 + XPY) + tgn(X0 + X)) (44)

Self-consistency equations for parameters n and &
n=2""Sp[X} exp(—fHur)], &= 2" Sp[X7° exp(—SHww)] (4.5)

are equivalent to the condition of minimum of the grand canonical potential {2 = —©In Z, where
Z = Spexp(—BHwmr).

Limiting our consideration to the case of particle hopping only through excited states (¢, # 0,
to = tj = 0) we can diagonalize Hamiltonian (£4]) by a rotation transformation

|0) cos? 0 —sind |(:)>
1 | = 0 1 0 n |, (4.6)
[2) sind 0 cos? |2)
where ,
cos 2 = Az — do , sin 29 = 2ltole (4.7)
V(A2 = Ao)? + 4(tp€)? V(A2 = X0)? + 4(p€)?
and A\s — Ao = 8 — . In terms of operators X = |7) (5]
Hyie = N|tol€> + ) A X!, (4.8)

ip
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New energies of single-site states are

2
X0,252“¢\/<52“> F (6?2, A =—p (4.9)

In the new basis
X2 4 X2 = (X2 — X2 sin 20 + (X2° — X92) cos 20, (4.10)
which yields after averaging
1 ~ ~
£ = 5()(90 — X72) sin 209. (4.11)

Taking into account that ()}pp> =71 exp(—ﬁj\p), Z = Zp exp(—ﬁj\p) we come to the equation for
the order parameter &:

- 1 |tol€ (e—ﬂ:\o B e_gx2> o 051
Z \JG—uP + A0 5 ol
(4.12) @
Solution & = 0 corresponds to the NO phase. A E 0 3_-
nonzero solution describing the BE condensate S
is obtained from the equation g 0.2
1 |to] ( _BRo efsxz) 1 © 01
Z /(0 — p)? + 4(tp€)? ' 1
(4.13) 0.0+= l L S
In the limit £ — 0 this equation determines the -1.0 0.5 0.0 0.5 1.0
line where the order parameter for the SF phase Chemical potential p

tends to zero. One can readily see that it coin- _
cides with spinodal equation (35) thus defining Figure 2. Dependences of the order parameter
the line of the second order NO-SF phase tran- ¢ on the chemical potential y for the reduced

sition (when just the transition of such an order three-level (HCB) model at various tempera-
tures indicating the possibility of the first or-
takes place).

X . . der phase transition at low enough temperatures
Numerical solutions of equation (£13]) make 6 =0.1, |th] = 1).

it possible to study the behavior of the order

parameter £ depending on chemical potential i at various temperatures as illustrated in figure[2l In
the main, at negative values of chemical potential the parameter £ changes smoothly and the phase
transition to the SF phase is of the second order. But at i = 0 and low enough temperatures, the

0.5 0.5
Y 0.4- W04
[} Q
s 0.3 S 0.3 1
3] e © ]
Q. o
5 0.2 5 0.2
< 1 = 1
© 0.1 © 0.1

0.0 0.0

0.4
Chemical potential p Chemical potential u

Figure 3. Low-temperature behaviour of the order parameter & for the reduced three-level (HCB)
model at zero and negative excitation energies § and various temperatures (|t5] = 1).
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0.16
520 \
° 0349 - 1st order PT ) !
2nd order PT © .12 H
o : i -
= g ] 1Y 6=0.01
T 0.2 s | 1storder PT |
Q 2 0.084 2nd order PT | N\
IS | £ B spinodal line §{ %
° 01 | = foo
-4 |“ 004_ '::. \\\
0.0 L 0.00 ez T , , . o
-1.0 0.5 0.0 0.3 0.6 0.9
Chemical potential p Chemical potential p
Figure 4. Lines of the NO-SF phase transi- Figure 5. An illustration of discrepancy between
tion in the (O, p) plane at various excitation the spinodal curve and the real line of the first
energies ¢ ([to] = 1). order phase transition for § = 0.01 (|t5] = 1).

&(p) dependence has an S-like bend. In this case, the first order phase transition with an abrupt
change of the parameter £ takes place. This phase transition occurs at a certain value of the
chemical potential which could be calculated using the Maxwell rule or considering the minimum
of the grand canonical potential Q(u) as a function of the chemical potential (see below). Obviously,
the point of £ nullification does not anymore correspond here to the phase transition.

Similar behaviour of the parameter £ holds even at zero excitation energy (6 = 0) where the
first order phase transition remains for nonzero temperatures whereas at T' = 0 its order changes
to the second one (figure [B]). At negative values of  (which corresponds to inversion of & and &’
levels and to hopping between ground states) the second order of the transition is preserved in the
low-temperature region close to T' = 0 transforming to the first order transition at the temperature
increase and recovering henceforth (figure [3).

Changes in the NO-SF phase transition order and localization of the corresponding tricritical
points are depicted in figure[d where phase diagrams are given for various values of the excitation
energy 0. At temperatures lower than tricritical, spinodal lines and phase transition curves come
apart as one can see comparing figures [Il and dl At small values of §, the discrepancy is quite

0.16 5 -
————— 1st order PT v
o 1st order PT = 2nd order PT ,',"'
o 0.124 2nd order PT - i
= 9 /I'I
2 T o=08
g 5 i
2 0.08+ o> 3 f
£ £ ©z05//
() Q N
[ 2 !
0.04 - 2 o=0L
©=0 ;
0.00 1 . T . ; .
0.4 -4 -2 0 2
Chemical potential n Chemical potential p
Figure 6. Appearance of two tricritical points Figure 7. Lines of the NO-SF phase transition
at zero and negative values of excitation en- in the (|¢6], 1) plane at various temperatures ©
ergy 6 (Jto| = 1). (energy quantities are given in units of §).

13004-9



1.V. Stasyuk, O.V. Velychko

significant (figure Bl). In the case of § < 0, two critical points appear at a certain distance; the
latter tends to zero at § = Ot &~ —0.12|t(| and the first order phase transitions at a further
increase of § (figure [G)) is suppressed.

Phase diagrams in the (|¢(|, ) plane at various temperatures for § > 0 are depicted in figure 7]
with indication of tricritical points. In distinction to the standard two-level HCB model [34] (where
the SF phase transition is of the second order) the diagrams are asymmetric. In the limit 7 — 0
for pu > 0 the first order transition occurs at u = (v/d — 1/[th])? (see the next section) whereas for
p < 0 they are of the second order on the line p = ¢ — [t{].

5. Phase separation at fixed boson concentration

Let us consider now the thermodynamics of the model at a fixed concentration of Bose particles.
We will utilize a connection between the concentration and the chemical potential of bosons which
can be established using its definition in such a form

n = (ng +nf) = (X1 + X7?) (5.1)
or basing on the relationship
9(Q/N)
=———". 5.2
n B (5.2)

In the first case similarly to equality ([@I0) one can obtain a relation
XM+ X2 = XM 4 XP%in? 9 4+ X2 cos? 9 + (X2 + X2°) sin ¢ cos ¥ (5.3)
which results in

n = (X" + (X9 sin? 9 + (X2?) cos® ) =

1 5 1 o — 5 1 0 —
[ e*BAl + R M ; e*ﬂ)\o + _ + M ; e*ﬁ)\2 .
z 2 2/(0 — p)* +4(th€)? 2 2/(6 — p)? + 4(t68)?
(5.4)
In the second case, taking into account that
Q/N = |t10|€2 -0z, Z:eﬁl¢+e—ﬂ(5—“)/2008hﬁ ((PTM)Q-F( /05)2 (5.5)

and differentiating with respect to p, one can come to the same expression as (B.4)).

There are different relationships between n and g in NO and SF phases; in the last case, a
nonzero value of £ (a solution of equation (@I3))) should be substituted into expression (54). Order
parameter £ has a jump at the first order phase transition, so a stepwise change of concentration
n takes place. In the n = const regime (at the value of n in the region of step) it means a
phase separation into two phases with different concentrations: the NO phase (£ = 0 and a larger
concentration of bosons) and the SF phase (£ # 0 and their smaller concentration).

The above described situation is illustrated in figure 8] where the numerically calculated (6, n)
phase diagrams are presented. At § > 0, phase separation region spans up to tricritical tempera-
tures. When ¢ goes to zero and finally reverses its sign, the shape of the separation region changes
in a peculiar way moving off abscissa axis (figure B). Now the phase separation begins at nonzero
temperatures and vanishes at & < dcit; the line of the second order phase transition remains
only. At the further increase of |0| (in the p < 0 region) the (O©,n) diagram becomes more and
more symmetric, approaching by its shape the diagram known for the usual HCB model [35] (see
also [36]).

Phase diagrams in the (|ty],n) coordinates are given in figure [ where the regions of NO, SF
and separated phases are shown at various temperatures.
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0.16
2nd order PT \\
0.3 ond order PT =01 e PS boundaries ..z
g ----------- PS boundaries 2 0.12 1
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Figure 8. Lines of the NO-SF phase transition and the phase separation region in the (©,n)

plane at various excitation energies d including the case of small, zero and negative values of §
(Ito] = 1).

The case of the zero temperature can be studied more in detail in a pure analytic way. In this
limit there are three branches of order parameter ¢ as a function of the chemical potential (see

figure 2)):

1
1): €= ——/|th12 — (n—6)2
(2): &=V ud/Itg,
(3): ¢=0. (5.6)
After elimination of £ parameter, one can obtain the grand canonical potential 2 as follows:
Y t 2
(1): Q/N = (1= 0+ Jto)”
46|
(2): Q/N = (8/lto] — ),
0 <0
(3): Q/N:{ G (5.7)
—p, >0
5 5
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Figure 9. Phase diagram with the indication of possible phases (above) and lines of the NO-SF

phase transition in the (|t|, 1) plane at various temperatures © (energy quantities are given in
units of §).
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Differentiating expressions (5.7 with respect to p we have

1 -0
(1)377,:— H—/,
2 " 2

(@) n=1- 6/l
(3):n = {0’ n<0, (5.8)

1, w>0.

At the first order phase transition from the SF phase to the NO phase, the order parameter £
jumps from branch (1) to branch (3). This occurs at the p = p* = (1/]th] — V/8)? value given by
equality of respective grand canonical potentials €1y = €)(3). Then boson system separates into
SF and NO phases with concentrations of bosons:

1w =94
nsE = g + T
nNo = 1. (59)

6. Discussion and conclusions

As was shown in this work, the transition to the SF phase (the phase with BE condensate) in
the Bose-Hubbard model with two local states (the ground and excited ones) on the lattice site
can be of the first order in the case, when the particle hopping takes place only in the excited
band. Calculations and estimates for optical lattices give evidence of significant distinction be-
tween hopping parameters tg and ¢; in the ground and excited bands, respectively. It follows from
estimates [25] that 1 /to ~ 30 — 50 depending on depth V} of local potential wells (one can produce
effect on Vj changing the intensity of laser beams which create an optical lattice). Similar results
are obtained in the studies of quantum delocalization of the adsorbed hydrogen atoms. One can
see from calculations [22, 23] of energy spectrum of the H-atom subsystem on the nickel surface
that the ground-state band has a negligible bandwidth. At the same time, for excited bands, the
bandwidth varies in the range from 15 to 45 meV (depending on the excited state symmetry and
on the crystallographic orientation of metal surface), being mostly of the order of half the corre-
sponding excitation energy Ae, = e, — €¢ . There are, however, the cases of strong delocalization
(e.g. H on the Ni(110) surface) where the excited bands overlap, and the width of the lowest one
is of the same order as Ae, [22].

The values of hopping parameters greatly increase at the decrease of V{; the distance between
the local energy levels becomes smaller in this case (see |37, [38]). It is one of the possible ways
of changing the relation between the hopping parameters and excitation energy (|t;| and § in
our model). Another possibility (discussed in [39]) is connected with an essential reduction of the
energy gap between local s- and p-levels due to sufficiently strong interspecies Feshbach resonance
in the presence of Fermi atoms added to the Bose system in optical lattice.

Along with investigation of BE condensation in the excited band (or bands ps,py (pz, Dy, D=)
in two- (three-) dimensional case) on condition that certain concentration of Bose-atoms has been
created in the band by optical pumping [25, 38], an attempt was made in [40] to study the effect of
excited bands on the physics of BE condensation in the lowest (s-) band (when the s-band hopping
is taken into account). The case of finite values of the one-site interaction U was considered.
The possibility of the re-entrant behaviour of the MI-SF transition was claimed. However, the
order of phase transition was not investigated; the consideration was restricted to the case of zero
temperature. As we show in this work, re-entrant type dependence on T or u takes place only for
spinodals and the return to the initial MI phase from the SF phase could be possible only in the
case of the second order phase transitions. In reality, the order of phase transition changes to the
first order in this region. In the HCB limit (no more than one particle per lattice site), it takes
place mainly at positive values of chemical potential of particles; at p < 0, the transition remains,
for the most part, of the second order. The region of existence of SF phase is restricted, as a
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whole, to the interval —|t{| < p < |t{], while excitation energy should obey the inequality § < [t(].
We have constructed the corresponding phase diagrams and established localization of tricritical
points, where the order of phase transition changes. The separation on SF and NO phases at the
fixed particle concentration is investigated; the conditions of the appearance of phase-separated
state are analyzed.

It should be mentioned that phase diagrams in figures BHJ are close by their shape to the
diagrams obtained in the framework of Bose-Hubbard model for Bose atoms with spin S = 1 in
optical lattices [29]. The excited levels are formed in that case by the higher spin single-site states
and corresponding interactions of the “ferromagnetic” or “antiferromagnetic” type (the Hund-rule-
like splitting), while the hopping parameter is taken the same for all bands. The similarity of the
mentioned diagrams points out to the fact that the role of the excited states in the change of the
phase transition order in going to the phase with the BE condensate is the same in both cases.
Distinction, however, consists in another genesis of the single-site spectrum. In our model, in the
limiting case of HCB there are no effects connected with the level splitting due to interaction; the
excited single-particle states are taken by us into account instead.

The consideration developed in this work can be extended to the systems with the close or
degenerate excited local levels. Generalization of the model by adding inter-site interactions is
also important. It could even make it possible to take into consideration other phases (density-
modulated or supersolid) besides NO and SF ones.

We finally emphasize that the hopping parameter t;j in the excited band can be positive; in
particular, this concerns the p-bands [39]. In such a situation, the condensation takes place into

states with wave vector C_j on the boundary of the Brillouin zone, while the order parameters (cq),
<CZ?> describe the modulated condensate. Since t;, = —t{, the results obtained in this work are
also valid (with [t | in place of [to]) in that case.
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ABocTaHoBa mogenb Bo3e-Xab66apaa
B rpaHML,i XXOPCTKUX OO30HIB

|.B. Cractok, O.B. Benunuko

IHCTUTYT ®i3ukn KOHAEHCOBaHMX cnucteMm HAH Ykpainw, Byn. |. CBeHuiubkoro, 1, 79011 JiesiB, YkpaiHa

JocnigpxkeHo nepexin y ¢asy 3 603e-koHAeHCATOM Yy ABO30HHIM Mogeni bose-Xa66apaa 3 nepeHocoM
YaCTUHOK JNiwe y 36yaXeHii 30Hi. Po3rnsHyTO HEecTiikicTb, NOB'A3aHy 3 TakuM MepexofoM, AKWi
BinOyBaeTbca nMpu eHepriax 36ymkeHHs & < |to| (me [t;| — mapameTp MEepeckoky 4acTuHok). Y
rpaHuL XXOPCTKMX BO30HIB BUABIEHO 3BOPOTHIM Xig, cniHogane B 06nacTi JoaaTHMX 3HaYeHb XiMiYHOro
noteHuiany. BctaHoBneHo, wo pig $©a3oBOro nepexogy y LbOMY BMMNAAKY 3MIHIOETbCH Ha MEPLUNRA i
NnoBepHeHHs A0 HopmasibHOI dhasu Hacnpaegi He BiobyBaeTbes. Mepexoam NepLoro poay iCHyTb | Npu
Bif'EMHIN eHeprii § (3a yMOBU § > dcrip ~ —0.12[¢)]). Mpn p < 0 Pas3osuit Nepexia 3anuLIAETLCA
NMepeBaxHO MepexonoM Apyroro pogy. [NpoaHanisoBaHo Xif napameTpa nopsaky 603e-KoHaeHcarty,
no6ynosaHo Ga3osi (O, u) i ([t)], i) Aiarpamm, BCTAHOBAEHO JIOKaNi3aLLio TPUKPUTUYHUX TOHOK. 3HaaeHo
YMOBMU, Npu SKMX A5t QiKCOBaHOI KOHLLEHTPALLi HACTUHOK HACTyrnae po3LlapyBaHHs Ha HOpMarnbHy Gaay i
¢a3zy 3 603e-KOHAEHCaTOM.

KniouoBi cnoBa: mogesb 603e-Xabbapaa, xopctki 6030HU, 603e-KoHaeHcaLlis, 36yaxeHa 30Ha
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