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In this paper, we study an extended bosonic 7-J model in an optical lattice, which describes two-component
hard-core bosons with nearest-neighbor pseudospin interactions and, also, inter- and intraspecies dipole-dipole
interactions. In particular, we focus on the case in which two-component hard-core bosons have antiparallel
polarized dipoles with each other. The global phase diagram is studied by means of the Gutzwiller variational
method and also quantum Monte Carlo (QMC) simulations. Both calculations show that a striped solid order,
besides a checkerboard one, appears as a result of the dipole-dipole interactions. By QMC, we find that two kinds
of supersolids (SSs) form, i.e., checkerboard SS and striped SS, and we also verify the existence of an exotic
phase between the striped solid and the checkerboard SS. Finally, by QMC, we study the #-J-like model, which
was recently realized experimentally by A. de Paz et al. [Phys. Rev. Lett. 111, 185305 (2013)].
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I. INTRODUCTION

In recent years, cold-atomic systems have played a very
important role in the study of condensed matter physics. In
particular, the cold-atomic system in an optical lattice (OL) [1]
is sometimes regarded as a feasible simulator to search for new
types of quantum states. Cold-atomic systems in an OL are
versatile and the effects of defect and impurity are negligibly
small. With the use of quantum simulators, some important
subjects have been studied, including strongly correlated
systems [2], lattice gauge theory [3], and cosmology [4].

From the above point of view, we are interested in the
exotic quantum state in cold-atomic gases called a supersolid
(SS) [5], which has both a crystalline and a superfluid (SF)
order. While many interesting works on this subject [6,7] have
been reported for single-component cold atomic gases, the
study on two-component boson systems is still inadequate. In
the present paper, we study the bosonic 7-J (B-t-J) model [8—
11] with dipole-dipole interactions (DDIs) [12], as the long-
range nature of the DDIs possibly generates interesting phases
including the SS.

To study the phase diagram in detail, we employ both the
Gutzwiller variational method and numerical quantum Monte
Carlo (QMC) simulations. To perform the QMC, we use the
effective field-theory model of the B-t-J model derived in
the previous paper [13]. All relevant quantum fluctuations
are included in the QMC stimulations of the effective model.
The phase diagrams obtained by the above two methods
are compared with each other and effects of the quantum
fluctuations are discussed.

This paper is organized as follows. In Sec. II A, we
introduce the B-t-J model and briefly explain the derivation
of the effective-field theory. In the derivation, the hard-core
constraint of the B-t-J model is faithfully treated by using the
slave-particle representation. In Sec. II B, we consider the DDI
and introduce its effects into the B-t-J] model. In the present
paper, we consider the case in which dipoles of two-component
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bosons are antiparallel to each other. In this case, the DDIs are
nothing but z-component pseudospin interactions. Thus we
call the resultant mode the extended B-t-J model. In Sec. III,
we study the phase diagram using the Gutzwiller method,
which is a kind of mean-field approximation. In Sec. IV, the
results obtained by means of QMC are shown and discussed.
A detailed investigation of the global phase diagram is given,
in particular, states in the region of the competing orders of the
solid and SF are discussed in detail. In Sec. V, we introduce and
study an anisotropic B-t-J model (called the B-t-J-like model),
which was recently realized experimentally [2]. By QMC, we
show that the experimental observation is reproduced in the
model. Section VI is devoted to the conclusion.

II. BOSONIC ¢- MODEL WITH DDIS AND DERIVATION
OF THE EFFECTIVE MODEL

A. Bosonic 7-J/ model and the slave-particle representation

The system of a two-species Bose gas in an OL with strong
on-site repulsions is often described by the B-t-J model. Its
relationship to the Bose-Hubbard model has been discussed
in previous papers. In the present paper, we regard the B-t-J
model as a canonical model for a strong on-site repulsive
Bose-gas system. The Hamiltonian of the B-t-J model is given
as [8-11,14],

Hy=—Y tlalaj+blb; + He)+ J. Y SFS
(i.J) (i)

—Jxy Y _(S7S;+57SY).
(i.j)

(2.1)

where a;[ and bl.T are boson creation operators [15] at site i,
the pseudospin operator is given as 5’,- = %BJ&' B; with B; =
(a;,b;)" and the Pauli spin matrices &, and (i, j) stands for
nearest-neighbor (NN) sites on the lattice. We consider a two-
dimensional (2D) square lattice in this study. The first, ¢ term
in Hamiltonian (2.1) is the hopping term of the a and b atoms,
the second, J, term represents the interaction between atoms at
the NN sites, and the third, Jxy term enhances the coherence
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of the relative phases of the a and b atomic fields. From the
definition of the Pauli matrix o, it is obvious that the J,
term corresponds to a repulsive intraspecies interaction and an
attractive interspecies interaction for J, > 0.

The physical Hilbert space of the B-t-J model consists
of states in which the total particle number at each site is
strictly restricted to be less than unity. In order to incorporate
this local constraint faithfully, we use the slave-particle
representation [9,10],

ai = ¢lon, b =¢lon, (2.2)

($l6: + olion + ohen — Diphys) =0, (2.3)
where ¢; is a boson operator that annihilates the hole at site i,
whereas ¢y; and ¢,; are bosons that represent the pseudospin
degrees of freedom. |phys) is the physical state of the slave-
particle Hilbert space.

The previous numerical study of the B-t-J model [9,10,16]
showed that there appear various phases, including an SF
with Bose-Einstein condensation and a state with pseudospin
long-range order. For most of the parameter regions, QMC
simulations show that the density fluctuation of particles at
each lattice site is stable even in spatially inhomogeneous
states like a phase-separated state. From this observation, we
expect that the following term effectively appears,

Vo i 2 2
Hy = T ,Z-(((plli%i — 1) + (@020 — P2i)

+ (@i — )", (2.4)
where py;, etc., are the parameters that control the densities of
a and b atoms at site i, and Vjy (>0) controls their fluctuations
around the mean values. It should be remarked here that the
expectation values of the particle numbers in the physical
state |phys) Iare (ajai) = Trphys(ajai) = Trphys(goirj(/)li) and,
similarly, (b]b;) = Trphys(¢s;92:), Where Trphys denotes the
trace over states satisfying the local constraint, (2.3). Therefore
constraint (2.3) requires that Zi:l psi = 1 at each site i.
The values of V, and p,;(0c = 1,2,3) are to be determined,
in principle, by ¢, J;, Jxy, and the filling factor, but here
we add Hy to H;; by hand and regard the parameter Vj
in Hy as a free parameter, whereas p,;(c = 1,2,3) are to
be determined accurately by H,;;. In other words, we take
the extended B-t-J model H;; + Hy as a canonical model
and regard Hy as a residual one-site repulsion that cannot be
incorporated by the hard-core constraint. However, we expect
that the original B-t-J model has a phase diagram similar to
that of the extended B-t-J model. See later remarks on this
point.

By means of the path-integral method, the partition function
Z is expressed as follows by introducing the imaginary
time T,

Z-= / [Dé Do, Dga] exp [— / At (@1 (1) 14(7)

+ @2i(0)3: i (7) + i (1)3: i (T) + Hyy + Hv)], (2.5)
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where H;; and Hy are expressed by slave particles, (2.2), and
the above path integral is evaluated under constraint (2.3). The
direct QMC is not applicable to system (2.5) due to the Berry
phases (@9, ¢), etc., and therefore we separate the path-integral
variables ¢ and ¢ as

o1 = v pii + i explion),
@i = /02 + Lo explion),
b =/ p3i + L3 expliws;)

and then integrate out the (fluctuation of the) radial degrees of
freedom, £,; (o = 1,2,3). By the existence of the term Hy, the
integration can be performed straightforwardly. There exists
a constraint like £1; + €5; + £3; = 0 on performing the path
integral over the radial degrees of freedom. But this constraint
can be readily incorporated using a Lagrange multiplier,
Ai (1),

l_[(g(gli +£2i+g3i)=/dkieifdf(€1i+€zf+€3;)}»i'

(2.6)

The variables ¢,; (o = 1,2,3) also appear in H,;, but we ignore
them by simply replacing ¢,; — /po: exp(iw,;), and then we
have

/ dh;d el 47 oot (Volloi P +itei(Bewo )

= / dhrje~ T /AT B @it 2.7)
where we have ignored terms like [ d79,w,; by the periodic
boundary condition for the imaginary time. The resultant
quantity on the right-hand side of (2.7) is positive definite,
and therefore a numerical study by QMC can be performed
without any difficulty. It should be remarked that the Lagrange
multiplier A; in Eq. (2.7) behaves as a gauge field, i.e.,
the right-hand side of (2.7) is invariant under the “gauge
transformation” w,; = ws; + o;, A; = A; — d;0;. In the
practical calculation, we show that all physical quantities are
invariant under the above gauge transformation.

Here, remarks are in order.

(1) The direct QMC of system Z in Eq. (2.5) is impossible,
as the Berry phases ¢d,¢ are pure imaginary. However,
by integrating over the density fluctuations ¢,;, the action
becomes positive definite as Eq. (2.7) shows, and thus the
QMC can be applied without any difficulty.

(2) In order to integrate over £,;, we have introduced the
density-fluctuation term Hy. Terms effectively similar to Hy
are generated from the terms in the Hamiltonian of the original
B-t-J model, (2.1). For example, a rough estimation of the
density fluctuation of the a atom §p,; gives

P Q )
— 4+ IxvPai ———= ) (8pai)”, 2.8
<tpm- + Jxya/p ( _pbi)3)(p ) (2.8)

where o, (pp;) is the mean value of the a-atom (b-atom)
density, and the positive parameters P and Q are determined
by the NN correlations of the phase degrees of freedom of
the atomic fields like P = (cos(64 — 0,4j)), where 6,; is the
phase of the a-atom field. In the QMC in Sec. IV, we fix
the values of ¢ and Jxy, and the values of p,; and pp; are
determined by the B-t-J model, (2.1), quite accurately. It
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FIG. 1. (Color online) Experimental setup for two-component
dipolar bosons in an OL. Dipole-dipole interactions generate long-
range repulsive and attractive interactions between the two kinds of
bosons.

is difficult to obtain the coefficient in Eq. (2.8) accurately,
but it is expected that the coefficient in Eq. (2.8) is fairly
stable against the variations of p,; and pp;, as we require
the constraint p,; + pp; = 1—(constant hole density) in the
calculation and also by the behavior of the correlators P and
Q. Furthermore, for the system H;; + Hy, we have verified
by practical calculation that a change in the value of Vj in Hy
does not substantially influence the global phase diagram of the
system, although the SF region increases slightly for smaller
Vo as greater density fluctuation stabilizes the phase degrees
of freedom by the density-phase uncertainty principle. See
Ref. [13], in particular, the left panels in Fig. 1 there. Thus it is
naturally expected that the phase diagram of the constant-Vj
system obtained with the QMC faithfully describes the phase
structure of the original B-t-J model as well as the extended
B-t-J model with the Hy term.

(3) The partition function obtained by performing the inte-
gral in Eq. (2.7) depends on the local density of the bosons py; .
We treat the density difference Ap; = p1; — P21 = Pui — Ppi aS
a variational parameter while keeping the one-site hole density
fixed; i.e., p1; + p2i = pai + ppi = constant. This treatment
obviously precludes the possibility of a phase-separated state.
The previous study, by means of a Gross-Pitaevskii equation
and QMC [17], showed that such a phase-separated state does
not appear in the B-t-J model, (2.1). Therefore this treatment
is justified.

(4) The last remark concerns Hamiltonian (2.1) itself.
Originally, the B-t-J model was derived as an effective model
of the Bose-Hubbard model in the large on-site-repulsion limit.
By integrating out the multiple-particle states at each site, the
NN terms of the pseudospin interactions appear. At present,
however, the interactions between atoms located at NN sites
can be generated and their strength is controlled by using the
DDIs. Thus Hamiltonian (2.1) can be regarded as the original
Hamiltonian, and it is quite natural to add the Hubbard term
Hy in Eq. (2.4) to H;;. In this case, the a and b atoms are not
hard-core boson and their density can take arbitrary values. The
effective model of the system is derived by a method similar
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to the one above, but use of the slave-particle representation is
not needed.

As explained in Sec. I, we study Bose gases with DDIs in
this paper. In Sec. II B, we briefly explain the DDI, which
gives a long-range interaction between the z components of
the pseudospin S*.

B. Realization of long-range spin interactions via the DDI

When the atoms have a magnetic or electric dipole, terms
describing the DDI [12] should be added to the B-t-J model
Hamiltonian. We first consider a specific case in which the
a atom has the upward dipole, whereas the b atom has the
downward one, perpendicular to the OL. See Fig. 1. We regard
this system as a canonical system and clarify its phase diagram
in the subsequent sections. The system of a strongly correlated
dipolar gas, which was recently realized in experiments, is
considered in Sec. VI, because it has rather strong anisotropy
in couplings.

The DDI is generally given as

Hﬁdﬁy$—x$fmf®

2.9
4mr3 9
where d? = po(gmp)* (1o being the magnetic permeability of
tAhe vacuum, g the Lande factor, and up the Bohr magneton),
S;(j =1,2) is the dipole-moment vector of the jth atom,

and £ = © with the relative position vector r of the atoms.

In the present canonical system, Sl/ /Sz and Sl,Sz L r, and
therefore only the first term on the right-hand side of Eq. (2.9)
contributes. In Fig. 1, an experimental manipulation for
realizing the canonical system is shown schematically. First,
we prepare independently the a boson with an up-polarized
state and the b boson with a down-polarized state in two
magnetic traps. Second, an OL is created in each trap.
Finally, we combine these two systems quasistatically and
lower the temperature. As a result of the strong repulsions
between atoms and the finite hopping amplitude, the total
particle number at each site of the OL is less than unity.
Furthermore, due to the angular-momentum conservation, the
direction of the dipole does not change under the hopping of
atoms.

Though the DDI has a long-range nature, we consider
only the NN coupling and the next-nearest-neighbor (NNN)
coupling in the OL. In the present dipole configuration,
the DDI reduces the interspecies attraction and intraspecies
repulsion. Thus H,; in Eq. (2.9) effectively generates the
terms

Vbpr = E VNN(Maifaj + Npilp; — Naiftp) — Npilg;)
(i,J)

+ E VNNN(aig + Rpinp; — Ngilp) — Npilgj)
(i, 7))

=D VANSISi+ D) VawnSiS, (2.10)
(i) (i)

where n,; = ajai, etc., we have used S7 = %(na,- — np;), and
({7, 7)) stands for NNN sites. The parameters Vyn and Vnn
are given by the overlap integral of the lowest level Wannier
functions (s wave) on the OL sites. The Vpp; term in Eq. (2.10)
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is to be added to the Hamiltonian of the B-t-J model. In the
following studies, we consider the system described by Hy =
H;; + Vopr.

III. GUTZWILLER VARIATIONAL METHOD

Mean-field theory (MFT) is widely used to study phase
diagrams of condensed matter systems. In this section, we
employ the Gutzwiller variational method, which is a kind
of MFT, to investigate the phase diagram of the system Hr
at vanishing temperature (7). From the results of previous
studies [7], we expect the appearance of two kinds of solid
order, i.e., checkerboard solid (CBSo) and striped solid (SSo)
order, in certain parameter regions. The solid order is the
spatial pattern of the atomic densities and is nothing but
the pseudospin order in the B-t-J model, as S is given by
Sf= %(nai — Npi).

As the present model describes the strong on-site repulsion
limit, the physical state at each site consists of the following
three states: |a) (single a boson), |b) (single b boson), and
|0) (empty = hole). By using the above three basis vectors,
we construct a variational wave function corresponding to the
state with the double SF (2SF) and/or the CBSo,

|Dosr—cB)

bi . i1 i 0;
= HieA|:SiIl 5<sm XEaQ + cos X?bj) + cos 5:| |0)

x Miep sin& cos Xaf + sin X p! +C05& 10),
2 2 2 2

3.1)

where the label A (B) stands for the even (odd) sublattice, and
the parameters (6;, x;) are to be determined by the variational
method. At the MFT level, we reduce the local variables 6;
and y; to global ones, (64,05) and (x4, xps). It should be
noted that the state of the wave function, (3.1), has the discrete
translational symmetries of double-lattice spacing in both the
x and the y directions.

Another possible solid order is the SSo. The variational
wave function that describes the SSo and 2SF is given as

| P2sE-sso)
O [ . X i 0;
= ey, [ sin > ( sin XEaJ + cos %bj) + cos §i| |0)

6; i . Xi 0;
x Mjcy, [ sin E(COS XEQ,T + sin ngj> +cos §i| 10),

(3.2)

where the site label x,, (x,) denotes an odd (even) line sublattice
in the x direction corresponding to the stripe pattern. The above
wave function, (3.3), has the discrete translational symmetry
of double-lattice spacing in the x direction and the ordinary
one of single-lattice spacing in the y direction.

From the wave functions, (3.1) and (3.3), we calcu-
late the expectation value of the Hamiltonian H, = Hy —

;LZ(a;r a; +bjb,-), where © is the chemical potential, and
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obtain
Ecs
= (Pasp-cB | H, | Paskcs) /(Jxy Ny)
Jxy Ny
~ . 2 . ¥ =4 . 4 0 2
= —fsin“ 6 sin x + 2(—J,nn + JoNNN) Sin 3 cos” x
1 0
— —sin*@sin® x — wsin® =, 3.3)
8 2
Ess
—— = (Pasr.ssol Hy | Pasksso) /(Jxy Ny)
Jxy N

1. . . - .40
= _Et sin? (1 + sin x) — 2Jnn sin’ 5 cos” x

1 .4 ) .2 0

3 sin” 6 sin“ y — u sin 7 3.4)
In Eqgs. (3.3) and (3.4), the variational energies are normalized
by JxyNj, wher§ N; is the total nu{nbe:r of sites, and
thus, 7 = t/Jxy, J.oxn = Jonn/Jxy, and Jonw = Jonwn/ Jxys
where J,nn = J; + Van and J,nnn = Vanwe-

From Egs. (3.3) and (3.4), it is rather straightforward to
obtain the lowest energy states by varying the values of
6 and x, and then the global phase diagram is obtained.
The obtained phase diagram is shown in the top panel in
Fig. 2, where v, = J.nan/J:nn. The bottom panel in Fig. 2
is the phase diagram in the (14-J.xn) plane. It is obvious that
at the MFT level, the SS does not form and the solid phases,
the CBSo and SSo, exist only at the vanishing hole density.
On the other hand, the 2SF phase has a finite hole density; in
particular, the minimal density is 30%. The above results are
in agreement with the previous MFT results for the one and
two-component Bose-Hubbard models in Refs. [6] and [11],
which showed that the SS does not form and a direct phase
transition from the CBSo to SSo takes place.

IV. QUANTUM MONTE CARLO SIMULATION

In this section, we study the extended B-t-J model, Hy +
Hy, by QMC. In particular, we are interested in the global
phase diagram and the region in which the SS forms. As
explained in Sec. I, we expect that SSs with different solid
orders appear as a result of DDIs.

For the practical QMC, we put the lattice spacing of the OL,
ay, to the unit of length. We also introduce a discretized lattice
for the imaginary-time t with the lattice spacing At. Thus,
the model is defined on a three-dimensional (3D) space-time
lattice, and hereafter we denote the site of the 3D lattice i, j,
etc.

The previous study [17] on the B-t-J model H,; shows that
holes are distributed quite homogeneously except for a very
specific parameter region in which a phase-separated state
forms. Therefore, we assume a homogeneous distribution of
holes also in the present system and put the hole density at
each site to 30%, i.e., p3; = p3 = 0.3. On the other hand,
the density difference of the a and b atoms at site i, Ap; =
P1i — p2i, 18 a variational variable and is determined by the
maximal free-energy condition. See later discussion.

The effective lattice model of the extended B-t-J model
Hr + Hy is derived from Eqgs. (2.5) and (2.7). The partition
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FIG. 2. (Color online) Phase diagrams at 7 = 0 in the grand-
canonical ensemble obtained by the MFT. u = 0 phase diagram
in the (ijN — v;) plane (top) and in the (,u,—szN) plane for v, =
Joann/ Jonn = 0.3. In the MFT phase diagrams, the SS does not exist.

function and action of the effective model are given as [13,17]

Zyxy E/Ha=1,2,3[dwa,i][d)»i]eAq”,
, , 4.1)
Agxy = Ar + AL(€%7,e7"%) + A,

where
3
Ar=—cr YY) cos(@iys — woi + 1), (42)
i o=l

Ap =) (Cieos(Qi; — Quj)+ Cre08(Q; — D))

()]

+ C3cos(23,; — 23,5)), 4.3)
and
AN = —InNAT ZAPiA,Oj — J.NNNAT Z Ap; Apy,
(i,J) ((i,0))
4.4)

where (---) stands for NN sites in the 2D spatial lattice, and
((---)), NNN sites. The dynamical variables 2, ; (¢« = 1,2,3)
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are related to the phases w,; as

Qi =wi; —wy,
Q) =wi; — w3,
Q3; =wy; —w3;.

As explained in Sec. II, the partition function in Eq. (4.1)
has been derived by integrating out the amplitude modes of
slave-particle fields. As a result, the coefficients in the action
Agqxy depend on the local variational parameter { Ap; } and they
are explicitly given as

1
V()A‘L' ’

Cr = Txy AT (1 = 37 = (A0 = p3? = (AP,
Cr = tp3 AT /(1 — p3 + Ap)(1 — p3 + Ap)),
Cs = tp3AT/(1 — p3 — Ap)(1 — p3 — Ap)).

By the relation 1/(kpT) = L At, where L is the linear system
size, At has dimension 1/(energy) and the low-temperature
limit is realized for L — oco. We put ¢, = 2 in the practi-
cal calculation, and thus kg7 = (¢, Vo)/L = 2Vy/L. Here it
should be noted that a change in the value of Vj results in a
change in c¢;. A previous study [13] showed that the global
phase structure of the system H,; is stable against change
in the value of ¢, with fixed Ar. In general, for a smaller
value of V), i.e., a larger c,, the parameter region of the SF is
enlarged [13].

The partition function Zgxy in Eq. (4.1) is a functional
of Ap;; ie., Zoxy = Zqgxy({Ap;}). We expect that Ap; be-
have as variational variables and determine them under the
optimal free-energy condition. In the practical calculation, we
performed the local update of Ap; by QMC simulation and
obtained

Cr =

[Zgxy] = /[dApi]quy({Api})~ 4.5)
However, in the updates of the QMC, {Ap;} are quite
stable [17] for given values of parameters in the action Agxy.
This fact indicates that { Ap; } should be regarded as variational
parameters rather than dynamical variables. For the QMC, we
employed the ground-canonical ensemble, and therefore the
numbers of a and b bosons, N, and N, are not conserved
independently in QMC updates, although the total atomic
number N, + N, is conserved.

In the practical calculation, we employed the standard
Metropolis algorithm with the local update [18]. The typ-
ical sweep for the measurement is (50000-100000) x
(10 samples), and the acceptance ratio is 40-50%. Errors are
estimated from 10 samples by the jackknife method.

To obtain the phase diagram, we calculated the internal

energy E and specific heat C, which are defined as
E = (AL + Apw))/L,
o (4.6)
C=((AL+Ann)— L E))/L".

To identify various phases, we also calculated the following
pseudospin correlation function, boson correlation function,
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FIG. 3. (Color online) Phase diagram at 7 = 0 obtained with
the QMC, which includes the effects of quantum fluctuations.
We consider the case with a homogeneous hole density p; = 0.3,
¢ =2.0, C; =2, and t = 20. We introduce the amplitude ratio,
v = Jonnw/ Jonn. There exist five phases including two SS phases,
i.e., the CBSS and SSS. In the hatched (blue) region, coexistence of
the CBSS and SSo is verified. Hereafter, for the unit of energy, we
put2Vy = l,ie, At = 1.

and, also, density-difference correlation function,

1 . .
Gs(r) = E Z(elQl'ioe_lQUO*’),
io

1 . .
Gu(r) = E Z(etﬂz,io e_lQZ.[0+r>’
| v 4.7)
Go(r) = 75 ) (e DoeTBu),
io

1
Gaalr) = 75 D (8P Apivs),
io
where sites iy and iy + r are located in the same spatial 2D

lattice. The order of the phase transition was identified by
calculating the density of state N(E), which is defined by

[Zgxyz] = /dEN(E)e—E. (4.8)
If N(E) has a single peak at the transition point, the phase
transition is of second order. On the other hand, a double-peak
shape of N(FE) indicates the existence of a first-order phase
transition.

In Fig. 3, we show the global phase diagram obtained by
the QMC for ¢; = 2.0, C; = 2, and t = 20. By calculating
the density of states N(E), the order of the phase transitions
has been determined as indicated in Fig. 3. Typical behaviors
of the specific heat C and the internal energy E are shown
in Flg 4 in the (v, — J.NN) plane, where v, = zNNN/JzNN~
The density of states, N(E), on typical critical points is
shown in Fig. 5. Furthermore, some correlation functions and
density-difference {Ap;} snapshots, which were used for the
identification of each phase, are exhibited in Fig. 6.

As the phase diagram in Fig. 3 shows, there exist five
phases: 2SF, checkerboard supersolid (CBSS), striped super-
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FIG. 4. (Color online) Specific heat C and internal energy E for
v, = 0.2 and 0.6. For both cases, there exist two phase transitions.
See the phase diagram in Fig. 3. System size L = 16.

solid (SSS), CBSo, and SSo. In particular, the two kinds of
SSs form in the intermediate parameter regime between the
genuine SF and the solids. The correlation functions indicating
the existence of SSs are shown in Fig. 6.

In contrast to the MFT phase diagram in Fig. 2, the SSs
form in a rather large parameter region of the phase diagram
in Fig. 3. This means that quantum fluctuations play an

v,=0.2, J.NN=8.45 v,=0.2, Jonn =15.45

1600

2000
1200 1500
g 800 ) 1000
z Z
400 500
0 0
796 -792 -788 -784 -78 -11.65  -11.55  -1145  -11.35
E E
v2:0.6,JzNN =6.75 v,=0.6, Jann=15.3
1600
1200 1200
5 00 5 800
2 =
400 400
0 0
7.85 7.8 7.75 7.7 1.4 11.2 -1 10.8
E E

FIG. 5. (Color online) Density of state N(E) used to determine
the order of the phase transitions. A single peak of N(E) at the phase
transition point indicates a second-order phase transition; a double-
peak, a first-order phase transition. v, = J.nnn/ Jonn, and system size
L =16.
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FIG. 6. (Color online) Various correlation functions and snap-
shots used to identify physical properties of each phase. Density
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J.nn =18
60

Ap; o
40

v,=0.65

FIG. 7. (Color online) Specific heat as a function of v, for Jxny =
18. Besides the large peak at v, >~ 0.47, which indicates the existence
of a first-order phase transition, there are several small peaks from
v, = 0.48 to v, = 0.54. The snapshot for v, = 0.50 indicates a phase
of CBSS and SSo coexistence.

CBSS

essentially important role for the coexistence of the SF and
solid order. In other words, in SS states, both the density of
particles and the SF order parameter (i.e., the phase of the
boson fields) fluctuate as required by the quantum uncertainty
principle, but their fluctuations are rather moderate and thus
both orders are preserved intact. It is interesting to note that
the parameter region of the SSS is larger than that of the
CBSS. This means that the 1D structure of the stripe is more
compatible with the SF rather than the CB as is physically
expected.

As far as the phase diagram in Fig. 3 shows, there is no
direct phase transition from the CBSo and SSo. In Ref. [19], a
similar phase diagram was reported for the single-component
Bose-Hubbard model. There the CBSo and SSo are separated
by a simple SF phase. In the present system, however, the
CBSS exists between the CBSo and the SSo.

By practical calculation, we have found that an interesting
“phase” exists between the CBSS and the SSo, which is
indicated by the hatched (blue) region in the phase diagram
in Fig. 3. The specific heat C for J,ny = 18 has the behavior
shown in Fig. 7. It is obvious that there exists a first-order
phase transition at v, = -}:?I:IN ~ (.47, and the CBSo terminates
there. As the value of v, is increased from 0.47, several small
peaks appear in C till v, >~ 0.54. Snapshots are quite useful
to understand what happens in this region. See Fig. 7; in
particular, the snapshot of v, = 0.50. Small regions of the
CBSo and SSo coexist there in a phase-separated form, and
we verified that the spatial pattern of these small regions is
rather stable under the MC updates. Our observation indicates
that there exist several (meta)stable “mixed crystals” of the
CBSo and SSo between the CBSS and the SSo, and this
mixing of the solid order destroys the SF. For the 2D J,-J,

CBSo

SSo
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t=20,C1=2,J.vn = 10,0, =0 t=20,C1 =2, Joxn = 10,0, = 0.7

SSS SSo

0.02 0.04  0.06 0.08 0.02  0.04 0.06 0.08
f f

FIG. 8. (Color online) Specific heat as a function of the magnetic
flux f. As f is increased, SF is lost. However, the solid orders are
stable against the magnetic field.

Heisenberg model, it was expected that a quantum spin liquid
exists between the Néel state and the stripe antiferromagnetic
state [20]. The DDI in Eq. (2.10) has a similar structure to
the above J-J, Heisenberg model, but we think the present
mixed crystals are different from the quantum liquid, as the
spatial pattern is stable. This is a result of the Ising-type spin
coupling of Vpp, in contrast to the O(3) symmetric one in the
J1-J> Heisenberg model.

Nowadays, it is possible to apply an artificial external
magnetic field to an atomic system in an OL by rotating the
system or using lasers [21]. Atomic systems in an artificial
magnetic field mimic superconducting systems, systems of the
quantum Hall effect, etc., and therefore they are one of the most
interesting subjects in cold-atomic physics. In this section, we
study the (in)stability of SSs in an external magnetic field. We
expect that the stability depends on the type of solid order of
the SSs.

In the practical calculation, we used the symmetric gauge
for the vector potential. The magnetic flux per plaquette of the
OL is denoted 2 f. In Fig. 8, we show the specific heat as a
function of the strength of the magnetic field f. For the CBSS,
the SF is lost at f =~ 0.025, and for the SSS f >~ 0.055. This
result means that the SSS is more robust than the CBSS as
expected from the phase diagram in Fig. 3.

V. MC SIMULATION OF A ¢-J-LIKE MODEL REALIZED
BY COLD ATOMS IN AN OPTICAL LATTICE

In this section we focus on the experiment by de Paz
et al. [2]. They succeeded in creating NNN pseudospin
interactions by using the DDI of 32Cr with total spin s = 3. In
the experiment, doubly occupied states were excluded by the
strong on-site repulsion. Furthermore, by applying an external
magnetic field, the two states with spin component m; = —3
and m; = —2 in the direction of the magnetic field dominate
the system. Thus the reduced DDI is regarded as a pseudospin
interaction similar to that in the #-J model. The resultant atomic
system of 32Cr is a strongly correlated system and is well
described by the B-t-J model.

However, as shown by the calculation in Ref. [2], the
resultant B-t-J model has anisotropy in both the hopping
amplitudes and the pseudospin interactions. Thus we call this
the t-J-like model hereafter. We carried out a detailed study of
the 7-J-like model by QMC and obtained the phase structure
of the t-J-like model in the parameter regime realized in the
experiment.

PHYSICAL REVIEW A 90, 063620 (2014)

The effective action, Eq. (4.1), changes to the following one
by the anisotropy,

Argiike = — Y 1 C08(Bai — O i41) + €1 COS(Op; — Opitr)

7,0

+ Y Cuyjc0s(Oai = O6i) = (Baj — 05.))

i,JENNN
— D C2j(c05(0ai — )+ cO8(Bp; — O )
i,jeENN
+ Y C.iApidp, (5.1)
i,jENNN
where
Covy = =3V s At/ (0F — 807) (05 — A95).
Ca.j = t;3At/(po — Api)(po — Ap;)). (5.2)
C.; = VijAr,
and the anisotropic couplings ¢; and V; ; are given as
0.8Wo (J=i+xi—-2%),
Vij=1-18Wo (J=i+3i-J), (5.3)
—0.11W, (j € NNN),
_ ] 3.66¢ (J=i+xi—2X%),
= {t (=i+3i—9), 54)
with
2
= M, (5.5)
m(ar/2)?

where pp is the Bohr magneton and po is the magnetic
permeability of the vacuum as before. The proposed 7-J-like
model in Ref. [2] has an additional effective Zeeman coupling
along S%, but we ignore it in the present study because we are
interested in the genuine effect of the DDI.

For the practical calculation, we regard Wy as a free
parameter and put the hole density py = 0.3. The strength
of the dipole-induced pseudospin interaction relative to the
hopping amplitude ¢ determines the equilibrium state.

In the experiment, it was observed that there exists a density
difference between the m; = —3 and the m; = —2 states at
equilibrium, and this phenomenon was considered to be a
result of the DDI.

In Fig. 9, we show the behaviors of the specific heat
C for the t-J-like model with the energy unit + = 2. The
obtained specific heat exhibits the existence of a second-order
phase transition at W, ~ 1.1. We also calculated the density-
difference correlation function Gy44(r) defined by Eq. (4.7).
From the density-difference correlation function shown in
Fig. 9, it is obvious that G44(r) — finite (0) as » — large
for Wy > Wy, (Wy < Wy,); i.e., the density of one atom is
globally larger than that of the other for Wy > Wj,, whereas
an equal density distribution is realized for Wy < Wy,.. This
is the direct result of the dipolar intersite spin interaction and
is in agreement with the experimental observation. Density
snapshots for Wy > Wy, and Wy < W, are shown in Fig. 9.
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Wo =13

FIG. 9. (Color online) Top left: Specific heat withr = 2, ¢, = 2.
System size L = 16. Top right: Two typical behaviors of the density-
difference correlation. Each of the two states is at equilibrium. Bottom
left: Snapshot of the solid order (density difference) for Wy = 1.0.
Bottom right: Snapshot of the solid order for W, = 1.3. It seems that
neither case has a clear solid order, but we verified that the density
pattern is quite stable for the MC update.

No specific spatial pattern is observed, in contrast to the case
studied in Sec. IV.

PHYSICAL REVIEW A 90, 063620 (2014)

VI. CONCLUSION

In this paper, we have studied the extended B-t-J model of
two-component bosons with the long-range DDI. We show that
the DDI can generate additional pseudospin interactions by
controlling the directions of the dipoles of the a and b atoms.
We have studied the global phase diagram of the extended
B-t-model by means of the Gutzwiller variational method and
the QMC. The phase diagrams obtained indicate that quantum
fluctuation is an essential ingredient for the realization of SSs.
The QMC predicts two kinds of SS states, one of which is
the CBSS and the other the SSS, and the latter stems from the
long-range nature of the DDI. A detailed study of the phase
boundary of the CBSS and SSo has also been reported.

Finally, we have investigated the ¢-J-like model, which is
expected to describe the strongly correlated system recently
realized in experiments [2]. By QMC, we confirmed the
existence of a phase transition as the strength of the DDI
is increased. In a state with the DDI stronger than the critical
one, an imbalance of the density of atoms, which is nothing
but a finite pseudospin order in the z direction, appears. The
results obtained are consistent with the experimental findings.
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