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Abstract
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I. INTRODUCTION

Optical lattices are known as the gases of ultracold atoms trapped in periodic potentials
created by standing waves of laser light. The actuality of experimental and theoretical
investigations of these artificial crystals bound by light can be justified by following two
factors [1]:

1) Neutral atoms in these optical lattices have a number of affective futures that make
them interesting candidates for the realization of a quantum computer [2].

2) They may be used to stimulate various lattice models of fundamental importance to
condensed matter physics to study in a controlled way in solid-state physics, since one is
able to finely tune the properties and geometry of the lattices. In particular, it is possible
to control the Hamiltonian parameters and study various regimes of interest. Similarly to
the ordinary Bose - Einstein Condensation (BEC) of gases, the quantum phase transitions
in optical lattices were first predicted theoretically [3] and have recently been observed
experimentally [4].

Most of the theoretical investigations are based on Bose-Hubbard Hamiltonian:
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where &' and ¢ are the bosonic creation and annihilation operators on the site ; the sum
over < i,j > includes only pairs of nearest neighbors; J is the hopping amplitude, which is
responsible for the tunneling of an atom from one site to another neighboring site; U is the
on site repulsion energy; N, - number of sites. Presently it is well established that at very
low temperature (7' — 0) a system of bosons described by the Hamiltonian (1) could be on
superfluid (SF) or in Mott insulator (MI) phase. Clearly there would be a quantum phase
transition between these two phase depending on parameters U and J. Particularly, when
the hopping term is dominated, U/J < 1, the system prefers to be in the SF phase. On the
other hand when the repulsion prevails the kinetic term, U/J > 1, the system would be in

MI phase where each atoms is absolutely localized near a site.

Clearly the superfluid phase may consist not only of condensed particles with a number

Ny, but also of N; uncondensed ones, whose sum Ny + N; = N is the total number of

particles. The critical interaction strength ke = (U/J) ., = 29.34 and ke = 3.6, for

crit

D = 3 and D = 1 respectively, of the quantum phase SF — M1 transition estimated



by Monte Carlo calculations [5, 6] at filling factor v = 1 is in good agreement with the
experimental data.

To make easier further reading we clarify some specific features of these two phases:

SF phases is characterized by long-range correlation, a continuous (gapless) excitation spec-
trum and a finite compressibility. Since there exists a condensate with a number of particles
Ny # 0, the gauge symmetry is spontaneously broken in accordance with Bogoliubov and
Ginibre theorems. In contrast, in the Mott insulator phase, there is no long-range correlation
neither breaking of gauge symmetry. The excitation spectrum has a gap and the system is
incompressible, since there is a fixed number of atoms per-site. This new state of matter
can survive only at zero temperature and integer filling factor v.

It is interesting to note that there are two kinds of experiments observing above quantum
phase transition, depending on the starting point. In the experiments by Greiner et al [4]
one first creates a BEC in a conventional harmonic trap and then adiabatically adds the
periodic optical potential. In the second method, pioneered by the Florence group [7] one
uses a conventional protocol for evaporative cooling in a magnetic trap down to temperatures
just above the threshold for BEC. At this point the optical lattice potential is switched on
and evaporative cooling continues. In this way, the system condenses directly into a ground
state of the harmonic plus periodic potential. It seems to be that the first method is good
to observe SF—MI while the second one is good for MI—SF transitions.

Similarly, most of theoretical approaches can be divided into two classes: SF—MI and
MI—SF ones. The latter are based on the Ginzburg - Landau theory as describes for
instance in Ref. [8]. They are well suited to analyze the time-of light pictures and the
resulting visibility at zero and finite temperatures. In the former class (SF—MI) one uses a
perturbative scheme [9] within a decoupling (or single site) approximation due to Gutzwiller.
This variational appoach which was first proposed for a fermion system [10], and further
developed for bosons in Refs. [11, 12], has the following drawbacks [13] (see also last lines
of Sec. 1IV):

e The mean field Hamiltonian which features single boson terms does not conserve the

total number of bosons [14];
e Tunneling of uncondensed atoms is neglected;

e The critical value k¢ does not depend on the lattice dimension.



Nevertheless, the prediction of decoupling approximation for rei = 34.98 at filling factor
v = 1 is in agreement with the well established value given above. Some years ago an
application of the Hartree-Fock-Popov approximation (which is widely used to study BEC
of atomic gases and even triplons [15]) to optical lattices was presented by Stoof et al. [16].
Studying the dependence of the condensate number Ny on k = U/J, i.e. No(U/J) they
observed that Ny never reaches zero for finite values of x, implying that this approximation
is unable to predict a possible phase transition to a Mott-insulator phase. Moreover, a
Hartree-Fock-Bogoliubov (HFB) approximation applied to the Bose-Hubbard Hamiltonian
gives no quantum phase transition for optical lattices [17]. Hence we find it interesting to
study the possibility of such a transition if we go beyond these approximations.

In the present work we shall investigate BEC in optical lattices by applying a two-loop
approximation and treating the result by variational perturbation theory (VPT) [18]. Tt
will be shown that, while the ground state energy is rather sensitive to the filling factor in
commensurate situations, this is not so for arbitrary condensate fractions ng = Ny/N. We
find that ng goes to zero at Kk ~ 6 + 6.5 for v = 1,2,3 in D = 3 dimensions. In D =1
dimension, this happens at x ~ 4.

The plan of this paper is as follows. In Sec. II the basic equations in functional formalism
for Bose-Hubbard Hamiltonian are formulated. In Sec. I1I we derive explicit expressions for
the effective potential in two-loop order. In Sec. IV we obtain condensate fraction vs input
parameters U, J, v . The quantum corrections to the energy of the system is discussed in Sec.
V. In Sec. VI we present numerical results and discussions. The last Sec. VII summaries

our results.

II. THE ACTION AND PROPAGATORS IN BOSE-HUBBARD MODEL

The action at zero temperature, (7" = 0) that describes a gas of atoms in a periodic

potential is given by

v
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- 5/90T(X)90T(X/)V(X — x")p(x)p(x")dtdxdx’' (2)



where the isotropic optical lattice potential is described by [4]
Vo) = 15 3 s (272 ®)
a=1
with A the wave length of the laser light. The lattice points lie at the positions [19]
X; =1a, (4)
where a is the lattice spacing, and
i= (i1, 00, ...,104) (5)

are integer-valued vectors. It can be shown [9, 13] that the Wannier representation of the
Hamiltonian corresponding to the action (2) is equivalent to well known Bose-Hubbard
model (1).

The on-site energy, i, the amplitude of hopping — J and on-site interaction strength U

are related to Vi (x) and V(x — x') as follows:

g = /dxwg(x - Xj) {_hQZ + Vext(x)} wo (X — x;) (6)
h2v2

hy = = [ =) { =T + Vo bt @

U = /dx/dx’wg(x — x3)wi(x — %)V (x — X )wo (X" — x;)wo (X — X;) (8)

where w, (x) are Wannier functions. In the tight-binding limit and pseudopotential approx-

imation, V(x — x') = 4mad(x — x')/m the equations (7), (8) are simplified as:

S %Er <%(i>3/4exp{_2 <%(i>1/2} o)
U - fz_w (10)

where E, = 272 /m)?, a is the s-wave scattering length, and | = \/1/mw = (E,/Vy)Y*\/4r

is the harmonic oscillator length.

In terms of parameters J and U the action (2) can be rewritten as follows:

Sl ) = /dt{ D@ (i )ik + plp(xi t) + T D @l (i, 1) (x5,1)

<i,j>

_ %Z@T(Xi,t)QPT(Xi,t)(P(Xiat)@(xiat)} (11)
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The grand-canonical partition function Z, and the effective potential at zero temperature,

V, can be found as [20]:

7 = / D DS 9) (12)
Y = %mz (13)

where [dt = T is the total time interval. Note that, in accordance with the background
field method [21], which will be used below, in evaluation of the effective potential only
connected single - particle irreducible Feynman diagrams should be included. The ground

state expectation value of an operator fl((p*, ) can be expressed as a functional integral:

~

(A) = - [ DI DpA(e!, )i (14)

At zero temperature the system could undergo into BEC state. The necessary and sufficient
condition for Bose-Einstein condensation is the spontaneous gauge-symmetry breaking which

is established by Bogoliubov shift [13]:

p(xi,t) = Vvno + ¢(x;, 1) (15)

where v = N/N,— filling factor,and the condensate fraction, ng = Ny/N, is constant for
regular lattice without magnetic trap.
Substituting (15) into (11) and parameterizing quantum field @¢(x;,t) in terms of two

real-valued quantum fields ¢ (x;,t) and ¢o(x;,t) as

F06.1) = —(1(06.0) + ipa( )
Fl0x.t) = (0103, ) —iga (i, 1) (16)
one may separate the action as follows
S =8"+50 4504563 4 5@ (17)
S Ns/dt {,uz/no + Jzovng — %lﬂnﬂ (18)

g — \/M{Jzojtu— Uuno] /dtZ%(Xiat) (19)

5(2) = /dtz Z |: gabgoa Xi, )at90b<xi7t) - @a(xiat)XaSOb(Xiat)éab

i a,b=1,2

b2 [ S gl 1) (20)

<i,j>a=1,2



U 2un,
s - UV /dtZ [gpl xi, £)02(x1, £) + gpi’(xi,t)] (21)
50 = Y / At S 400, ) + bl ) + 208 ), 1) (22)
In (20) €4 is the antisymmetric tensor with 15 =1, €9, = —1, and

Xy = —p+3Uvng
Xy = —pu+Uvnyg (23)

For a homogenous system the condensate is uniform and it is convenient to decompose

the fluctuations into a Fourier series [22, 23]
1 dw , 217j
a(Xj,t) = —— /—a_; e ~ 24
wa(Xj:1) N Eqﬁ ) Pl w)e exp l N, q] (24)

where q = {q1,¢2 . . . qa} with ¢; running from 1 to N, — 1 is an integer-valued vector field

associated with all wave vectors in the Brioullin zone: ¢ = 27 q/a, and

Ns—1 Ng—1 Ns—1

—Z NdZZ DI (25)

S q1=1 g2=1 qa=1

The ¢ = 0 mode, i.e. the Goldstone mode, is omitted from the sum, to achieve orthogonality
between the condensate and noncondensed modes. In momentum space the quadratic term

S as follows:

dwdw’
5(2) = 2/2(‘0“ q,w ab q7 7q/7 )¢b<q7 ) )

(2
Mll(q7 W, qla w,) = _[Xl + 5( ) - JZO](S(W + W/)éq,—q’a ( 7q y W ) - iwv (27)
My (q,w,q’,w') = —[Xo +e(q) = J2ld(w +w')iq g, Ma(q,w,q,w') = —iw, (28)

(26)

with zg being the number of nearest neighbors. From this we extract the Fourier transfor-
mation of the propagator of the fields ¢, and @5 as the 2 x 2 matrix:

i Xo+e(q) — Jz —iw
—&*q) +ie | jy X1+¢e(q) — Jz

Gle,q) = — (29)

where

£(q) = /(X1 +e(q) — Jz0)(Xa +2(q) — Jz)

e(q) = 2J(d — azd:l cos(27rqa/Ns)) (30)



In coordinate space for a regular lattice the propagator is translational invariant

Gap(xi, 1%5, ') = Gap(xi — x5, — ') = (pa(xi, t)pp(x5, 1)) (31)

Note that, in deriving (26)-(30), the following relations have been used:

i2r d
Z exp { j-gq—m- p)] = 2N0q,p Z cos(2mqq /Ns),

<m,j> Ny a=1

Z exp [2]2\7;‘] (q— p)} = Nyiqgp (32)
j s

Z<i,j>[1] =20 = 2d, Zq[l] = NS’ 21[1] = Ns-

III. THE EFFECTIVE POTENTIAL IN TWO-LOOP APPROXIMATION

To organize the quantum corrections in a two-loop expansion, we separate the terms in

the action (17) into a free part and interaction parts following Jackiws pioneering work [20]

S = Scl + Sfree + Sint (3?))
U
Sy = S°=N, / dt {,ul/no + Jzovng — 51/2713} (34)
1
Sfree = 5 Z / dtha<Xi, t>Mab(Xi7 tv Xj7 t)gpb(x‘h t) (35>
1)

Sint = /dtzﬁint(801<xiat>7§02<xiat)) (36)

Lint(@1(x1, 1), p2(xi1, 1)) = vsler (x4, 1) @3 (xi, 1) + 03 (x4, )]

(37)
gl (xi,t) + (i, t) + 203 (x3, 1) 3 (x1,1)] = L3+ L4

where 2 x 2 matrix My, is given by Eqgs. (27), (28) , vs = —Uy/vng/2, vy = —U/8.

The perturbative framework is based on the propagator G, (k,w) given in (29). The
effective potential V can be evaluated by the Eq. (13), where the only connected, irreducible
diagrams in the partition function Z = [ DDy exp (iS(p1,p2)) should be taken into
account. The grand thermodynamic potential i.e. free energy, 2(ng, i), corresponds to the

minimum of V(ng, 1), such that ng is a solution of the equation 9V(ng, i)/0Ong = 0 [24].



Now using (34)-(36) and making expansion by L;,; one can represent Z as follows:

7 — 50 f D¢1D¢2ei5free+i51nt

=i [ D@1D¢2€%¢“M“b¢b{1 + 1> [ dtLing(p1 (x4, 1), p2(x4, 1))

,L'2
+E Z / dtdt,ﬁint(gpl (Xi’ t)’ P2 (Xi’ t))ﬁint(% (Xj’ t)’ ) (Xj’ t))}

17J
eiSo ) E .
= +1 in i, 1), i, T t
VDetG Z;( ¢ (1 (xi, 1), p2(x1,t)))o
2
+% Z / dtdt/<£int(gp1 (Xi7 t)7 Y2 (Xia t))ﬁint(@l (Xj7 t), ©2 (Xj, t))>0}
ij
where we introduced the following notation
]
A A Y o __jaGaﬁjB
A i - =A 2
(Alealan 1) 4(x1,E))o <i5ja(xi7t)7 i5jb(xi,t)> ‘ ’ (39)

§=0
suppressing the summation and integration signs over lattice sites and times ¢ and t' in

quandratic forms, for brevity.

The classical contribution to V is given by factor exp (1.Sp) in (38)

N vn
Vo = T lne 0

The one-loop contribution to the thermodynamic potential - V), can be obtained by using

———[Uvng —2(pn + J2)] (40)

the free part of the action (35) in (38), neglecting interaction terms:

Vi = —TrlnDetM— Z/—lnDetM( q) (41)

where M (w,q) is given by (28). One notices that the frequency sum, and with it the w

integration, is divergent. In fact, to evaluate the frequency sum such as nio In(a® + w?),
with w,, = 2mnT one differentiates it with respect to a and, after performirrllg: Efloe summation
over n, integrates it over a. This procedure gives an additional divergent constant which
may be removed by an additive renormalization of the energy [25]. Therefore, in the case
of optical lattices, where the momentum integration is performed within a finite volume
there is no additional ultraviolet divergency coming from ¢ integration, but there is an
infinite constant coming from the frequency summation [26]. This divergent constant can
be removed by subtraction from V the thermodynamic potential for the ideal gas [27]:
= V) VU =0) = ;S El) — ;S E@
9 U=0
= —Z q) + p+ Jz), (42)



where we have used Egs.(23), (30) and performed integration by w using formulas given in
the Appendix. Further, for simplicity, we shall suppress the superscript in Vj$".

The two-loop contributions to V are involved in second and third terms of (38) as

. 2
Vo = %ln {1 + 14 z}: /(ﬁint>odt + % lz; / dtdt/<£int£int>0} (43)

The former includes L3(p1, ¢2) which does not contribute to Z, since it is in odd power of

Ya, and hence:

(Lint)o = (La)o = va{{p1)o + (¥3)0 + 2(0T03)0} (44)

The same is true for (L3(pq(xi,t))La(pp(Xi,t)))o coming from the third term of (38). As to
the term L£4(q (X3, 1)) L4(¢a (X5, 1)) it also should be omitted since its contribution is beyond

two-loop corrections. Therefore
[ .
Vor, = T In {1 + Z<£4(901(Xi, t), pa(xi,t)))o

+ % Z/dtdt’(ﬁg(gol(xi,t),gog(xi,t))ﬁg(gol(xj,t),wg(xj,t)»o} (45)

The second term in the logarithm in Eq.(45) can be expressed in terms of propagator as
(La)o = 2 [3(G21(0) + GB2(0) + 2G11 ()G (0) + 4G, (0)] (46)

where we used the following abbreviation x = (x,t) and the formulas

(a(z)pp(2))o = Gap(x — '),
(pado = 3G2,(0),
(pies)o = G11(0)G22(0) +2G7,(0), (47)

and introduced the notation

Gab(O) = Gab(ZL‘,ZL‘) = Nis Z/ (;i—(:)Gab(W, q)eiw(t—t') (48)

t—t’

Note that G12(0) is the constant (see the Appendix)

1

Gra0) = 3 Z/ 21 w? — E2(q) + e 2N8 Zm = —Ga(0) = % (49)
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The third term,
(LsLalo = 02[(1(@)e2 @)1 )30 + 201 @) @) W))o + (F @) w))o] (50)

includes averages with six ¢,. These may be evaluated via Wick theorem to yield

(@} (@)t (y))o = 6G3 (z,y)
@)1 () P3(y))o = 6G11 (2, y)Glo (2, y) (51)
)@3 (€)1 (Y)e3(y))o = 4G (2, y)Grz(x,y)Gar (2, y) + 2G5 (z,y) G (2, y).

We have omitted one-particle reducible diagrams such as Ga2(0)G11(z, y)G11(0).
Now, using (46), (50)-(51) in (45), we finally obtain:

UN;,
Vy = —= {3G%1(0) + 3G5,(0) + 2G11(0)G2(0) + 4G?2(0)}

2T

— ¢ Vit Z / dtdt/ |:G§2<Xi, t, Xj, t/)Gll(Xh t/, Xj7 t/>
ij
+ 3G5, (%1, t; %5, V') + 6G 11 (x5, 5 X5, 1) G (x5, £ X5, 1)

—+ 2G12(Xi, t, Xj, t/)Ggl (Xi7 t, Xj, t/)G22 (Xi, t, s Xj, t/):| = VQ(IL) + VQ(? . (52)

The two-loop diagrams that contribute the thermodynamic potential are shown in Fig. 1.

’ v
‘ \
’ v
i l
| i
|

(b) (c)

T N N O
| I U | J | j
U

(9)

(d) (e)

FIG. 1: Vacuum diagrams in a two-loop approximation. The solid and dashed lines correspond to

G11 and Gog respectively, while the mixed line corresponds to G2 (or Gag).
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We now pass to momentum space, and perform integrations over energy variables w to

obtain following analytic expression (see Appendix):

U
VW (no, 1) = o (313 + 313, + 2Lho 1o — 1), (53)
U?vn

where following integrals are introduced

(o, ) = 3 3 S G0,
Izo(no, p) = Nis ; S ggyzl;)+ ca) _ G11(0),
L(ng, i) = 5 (—ji+3Uvng + e(q1))(—f + 3Uvng + (qa)) (=t + Uvng + £(qs3))
0T i, E(an€(az)€(as)(E(a) + £(az) + £(as)) .
Lno,p) = 5 (—fi+Uvng +e(a1)) (= + Urng + (q2))(—ft + Uvng + £(qg3))
PO Santa, E(an)€(a2)€(as)(E(an) + E(an) + £(as)) ’
_ (=i +Uvng +e(q3))
olno 1) = Soa 20 gy Ean) + E(aw) + E(aw)
_ (—fi +3Uvng + (as))
1o 1) = a2 g, )(ean) + E(az) + £(aw)
and £(q) = \/(—ﬂ +3Uvny + €(q))\/(—ﬂ +Uvng+e(q)), it = — Jz0, 43 = q1 — Q-
Therefore the full effective potential in a two-loop approximation is given by
V(1 m0) = Vol o) + Vir (11, m0) + Viz) (11, m0) + Vi1 (11, mo) (56)

where Vy, Vi, Vé? , VQ(? are given by equations (40), (42), (53), (54) respectively. Note
that for the homogenous Bose gas. Eqs. (53)-(56) were calculated before by Braaten and
Nieto [28].

IV. THE CONDENSATE FRACTION IN VPT

To evaluate the condensate fraction ng as an explicite function of U/J and v we shall use

following strategy referred as a variational perturbation theory[18]:

1. With fixed values of input parameters introduce an auxiliary parameter, loop counter,

n (n=1 at the end of calculations) to represent V in Eq. (56) as:

V(p, n0) = Vo, no) + nVir(p, o) + 17 Vor (1, no) (57)

12



with Vo, (11, n0) = V5 (1,10) + V57 (1, 10)

. Impose the extremalization condition:

A 10) _ o) (58)

877,0

and solve this equation with respect to ng. Let the solution of the equation is 7g(pu).

Clearly the latter can be also represented in powers of 7:

fo (1) = noo(k) + nmor (1) + 7°noa () (59)
with no1(p) = _ViL(Manoo)
oLt V(/)/(Mﬂ”too)
(60)
_ ”31(#)1}6”(#, noo) + QVéL(M’ noo) + 27101(#)"&(#, noo)
no2(p) = —

2Vg (15 noo)

where the prime denotes the derivative with respect to ng, e.g. Vi, (i,ne) =

[OV1L (14, 10) /010 ] |ng=nge a0d ngo is the solution to the equation V{(u,ng) = 0.

. Inserting ng(u) back to the effective potential (57) determines the free energy of the
system Q(u) = V(ng, i)
. Introducing a variational parameter M as
p=DM+rn (61)
with the abbreviation
w—M

n
and inserting (61) into (u) reexpand this Q(M, u, ) in powers of 1 at fixed .

T =

(62)

. Reinserting back r from (62) optimize Q(M, ) with respect to the variational param-

eter M. This will fix p as a function of the optimal M = M,,;, with

Mop = Uv — J2 (63)

. Finally, inserting this g into (59) one finds an explicit expression for ng as ng =

no(U/J,v).

13



Below we consider each step in detail. First, taking partial derivative with respect to ng

from Eq. (57) one presents (58) as

NV(no, )  No(no,p) — Mip(noy ) 2OV (no, 1) V) (no, )

= — = 4
Ing ng o dIng K onyg K onyg 0 (64)
Vo (no, 1) _ ~ 2
e = —N, [V,u —Uv no} (65)
V11 (no, i) Uv (201 — 3Uvng — 2¢(q)
Ll 66
OVip (no,p) _ Uv 5 (= =(@) [ = 4Uvno = =(@) Do(ng. 1) = (= £(@)) o0, 1)
8n0 4 q 53(q)
(67)
where following relations are used
o8(q)  Uv
o~ £ (2u — 3Uvng — 2e(q) + 2J2) (68)
oL, Uv (n—e(q)+ Jz0)(p — 3Uvng — e(q) + J20)
ong 2N, zq: E3(q) (69)
Oly _ Uv ~(p—elq) + Jz)(p— Uvno — e(q) + Jz)
ong 2N, zq: &3(q) (70)

In Egs. (67) OV\? /9ny has a long expression and will be given later. Solving Eq. (64)
iteratively gives Eq. (59) with

noo(p) = K —:(}]ZO,
o) = g 3l0) () = g 37 U,
L 095 (ny, 1 Ue2(q)(I I (71)
(1) = N 77,2 2181(100 . no = N0 T oN. g L mﬁ(ég)+ —
+ 2U Ino(p)e(@) (1 + J20) n U(p+ J20)*(Tio (1) — oo 1
SE(Q) Sg(q)

where

1 2+ 2Jz9 + &(q)
IlO(,u) = Ilo(n0>ﬂ)|n0:noo = 2N, Z

SM<Q) ’
1 e(q)
20(4t) 20("0, M)|n0:noo IN, — 5u<q> (72)
In this step the Goldstone boson dispersion is correctly achieved:
Eula) = \/a(q) \/E(q) +2u+2J2 (73)
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Now inserting (59), (71) into (56) one gets 2(u) as a function of u as

Qp) = V(i o) = Qo) + n€ (1) + 7> Qa2 (1)

NS(,U, + JZO)2

Qo(p) = A (74)
() = 3 lEu(a) + 1 =(a) + 0],
(1) = V2 (oo (1)) + 3 230 () — Ao () Tao(12) — 6 () 1.

Performed one more step of VPT we finally obtain p as an explicit function of the parameters
U, J,v:
= o +np + 0Pz,

Mo = Uv — JZO7
_ U ela)+&(a) _ ( 1)
M1—2stq: £o(a) =U [203+2 )
(75)
2 Ns  Ou 4y
p=Ho
U?(Iiog + I2o — 1) £%(q)
+ .
4N, zq: & (a)
and also the normal fraction, n; =1 — ng as
ny = nit +n2k,
nlt = 1 Z{a(q)—l—Uu_l}’ (76)
QVNS q Eo(q)
o L ovy 1 v (fos — Iap)’
! N,Uv? Ong vNs Op 4p2
no=noo H=Ho (77)
__v 3 [(T10B — Toop) (2U%v? — £2(q)) + Ure(q)(2Ioop — 1))
ANv 4 E3(q)
In Egs. (75), (77) &(q), Lo and Iyp are given by
&(q) = Vela)ve(q) + 20,
T — 1 2Uv +€(q)
108 = 5 . Eol@ (78)
1 £(a)
I = — .
AT zq: &o(a)

Now we compare present approximation with Gutzwiller’s.
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e In Gutzwiller approach the phonon dispersion for small ¢ is quadraric in wave number

[12] rather than linear given in present approximation by Eq. (73).

e As it is seen from Eq.s (76) and (77) in Bogoliubov type approximations the uncon-
densed particles have momentum distribution n, =< aflaq > varying as ¢ * for large
momentum [29], while in Gutzwiller approach this distribution is independent of ¢

12].

V. GROUND STATE ENERGY

The ground state energy of the system at zero temperature can be determined as
E = Q(u) + pN, (79)

where Q(u) in Eq. (80) can be rewritten as follows

QU, J,v) =Q(U, J,v)+ U, J,v)+ QU, J,v),

UNS 2 1 U
(U, Jyv) = ===, (U, Jv) = 5 Y [E(a) - e(a)] + Nov (5 _ m) , (80)
q
(U, J,v) = Q;QL)(U’ Tv)+ UN, (2135 — 4]1051203 — 6135 — 1) n Ng(u? ;U?UWQ)
where QfL) is given by
%LU, J.v) = V3 (no = 1. jp = o)
. Z U€31/ 51 +€2+2Ul/) 4 2615263 —250(1)50(2)(€3+Ul/) (81)
4N32 q1,92 50( )50< )SOT 5(](1)50(2)50(3)507“ ’

with £y(q) given in (78), and e, = g4, E(1) = Eo(ar), Eor = Eo(1) + E0(2) + E0(3).
After some algebraic manipulations one obtains for the energy per particle E/N following
expression

FE U(4I/2 + 4y — ].) i ,u% + U(IloB + IQOB)(IlOB — 3]203) 4 Qg?(U, J, 1/)
N Sv 2Uv 4 N

sy Llfa) <) (52)

Here the energy of an "ideal gas ” (when U = 0 in Bose-Hubbard Hamiltonian) has been
subtracted .
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VI. RESULTS AND DISCUSSIONS

Firstly we discuss the condensate fraction, ng vs U/J. In Fig.2a it is presented in one-
and two-loop approximations, (dashed and solid curves respectively) for the filling factor
v =1and D = 3. It is seen that in the one loop approximation ny can not reach zero within
moderate values of U/J. More precisely ng[one loop] = 0 at U/J = 81.2 . On the other
hand, two-loop contributions coming from the diagrams in Fig. 1 are too large: quantum
phase transition occurs at U/J ~ 6. Unfortunately this is rather far from the experimental
value: ng = 0 at U/J ~ 29.34 as pointed out in the Introduction. It is seen from Fig.2b that
in Gutzwiller approach ng reaches zero at U/.J ~ 34.8 [30]. Note that the similar behavior

of ng vs U/J with exactly the same k..; has been found by Stoof et al. in decoupling

approximation in the second order perturbation theory [16].

\
\
&2 0,54

\ &~ 05+ \

un
un

b)
a)

FIG. 2: The superfluid fraction ng as a function of U/J for v = 1, D = 3. a)In one (dashed

line) and two loop approximations (solid line); b) Here the dashed line was obtained in Gutzwiller

approache while the solid line in the present one.

The superfluid fraction for two values of v , ¥ = 1 (dotted line) and v = 2 (solid line)
is shown in Fig. 3a and Fig. 3b for D = 3 and D = 1 respectively. It is seen that the

critical value of U/J as well as a whole no(U/J, v) are not so sensitive to the filling factor.

The fact that the superfluid fraction does not crucially depend on v has been observed

also in Bogoliubov [9] as well as HFB [17] approximations. This is in contradiction with
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FIG. 3: The superfluid fraction as a function of U/J for v = 1 (dashed line) and v = 3 (solid line)

for a) D =3 and b) D =1 in a two-loop approximation.

the prediction by Gutzwiller single site approximation [10] where the dependence is rather

strong:

Kerit = 20[VV + V1 + V) = 2D[yv + V1 + v)? (83)

Note that, although Eq. (83) gives a nice value for v = 1, kg = 34.8, it can not be
considered as an absolute truth since , besides it’s drawbacks, outlined above, it takes into
account the lattice dimensionality in a rather simple way.

On the other hand as it is seen from Fig. 3b, for D = 1 the quantum phase transi-
tion, which , more strictly speaking, is a Berezinskii- Kosterlitz- Thouless transition, occurs
around U/J = 4. This is in good agreement with Monte- Carlo predictions [6]. Similar
results for D = 1 have been obtained by Danshita and Naidon in their time - evolving block
decimation (TEBD) method [23]. However, note that TEBD method takes several days of
computer calculations , while present approach does several minutes. In our calculations
we used Ny, = 60, N = vN,, that is we considered finite size systems. This explains the
smoothness of ny(U/J) in Figs. 3a and 3b.

The ground state energy per particle F/N vs U/J in units Jz in one (solid line) and
two (dashed line ) loops is presented in Fig. 4. It is normalized such that the appropriate

energy for the ideal case (U = 0 in the Bose-Hubbard Hamiltonian) is set to zero. It is seen
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E/(NJz,)

un

FIG. 4: The energy per atom in units Jzy in one (solid line) and two-loop (dashed line) approxi-

mations for v =1 for D = 3.

that quantum corrections due to diagrams in Fig.1 are not significant for small U/J < 1.
The dependence of E'/N on filling factor v is illustrated in Figs. 5a, 5b. It is seen that F is
more sensitive to v than ng due to the leading term ( the first term in Eq. (82)) depending

on v explicitly.

VII. SUMMARY AND CONCLUSIONS

We have developed a field theoretical approach in terms of path integral formalism to
calculate the second-order quantum corrections to the energy density as well as to the
superfluid fraction in cubic optical lattices. Instead of using the standard formalism with
complex field operatorsof condensed-matter literature, we find it more convenient to use two
real fields. The thermodynamics of the system is deduced from the effective potential V,
whose minimum gives free energy €.

The superfluid fraction, ng , goes to zero at U/J ~ 6 for v = 1,2, 3, and this is interpreted
as a quantum phase transition from the superfluid to the Mott insulator phase. For D =1,
we have found a good description of the transition. Unfortunately, for D = 2 and D = 3 the

critical values for the parameters are rather far from the experiment: ko g (D = 2) = 16.8
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FIG. 5: The energy per atom in units Jzg for various values of the filling parameter v for a) D = 3

and b) D = 1.

exp
crit

and k(D = 3) = 29.34, for v = 1. It appears that a more relaible value for ke for
D = 2,3 can only be reached by going beyond the present two-loop approximation. We
expect that higher-order quantum corrections, for example post-Gaussian approximation
[21, 31], will improve the situation, but they are hard to calculate.

Thus we have shown that going beyond the Bogoliubov approximation employed by Stoof
et al. [16], one finds a quantum phase transition from a superfluid to a Mott insulator state.
Within a two-loop approximation we have derived explicit expression for the ground state

energy of the optical lattice.
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Appendix

In present work all the calculations are carried out in real time. Loop integrals are taken
over real energies w and over three dimensional quasimomentum k which pertains to the
Brillouin zone —7/a < k, < m/a. So, three or six dimensional integrals, presenting in one or
two-loop calculations are finite and may be evaluated numerically by using Monte - Carlo
methods.

The integrals over w are evaluated using contour integration. Some energy integrals

needed for one- and two-loop calculations can be easily evaluated directly by using residue

formulas:

+0 dw 1 7

/_oo 2 (W2 —E2+ie) 28 (84)

/+OO dw 1 _ b (85)
—oo 27 (w2 — E2+i€)2 483
10 dw w? 7

/,oo or (WX —E2+ie)?  4E (86)

/Jroo /Jroo dwldwg 1 . 1
— 512 + ie] [w% — 522 + ie][(wl + w2)2 — 53? + ie] a 4515253(51 + 52 + 53)

(87)

/+OO /+OO dwidws wWiwso . 1 (88)
oo Jexo 472 [w% — 512 + ie] [w% — 522 + iEH(W1 + WQ)Q — 5§ + ie] N 4E3(E1 + &3 + &)
In the last two integrals & = £(qy), & = £(q2), and & = £(q;1 + Q).

The integral

dw iw

3r (7 — €%(q) 1)
needed for G12(0) = —(i/Ny) >q 112(q) should be considered more carefully.To evaluate it

Iiz(q) = (89)

we use following formula given in the literature [26]

G "

i een (b + iwy,)
B w2 + a?

n=—oo

where w, = 2mnT, = 1/T. The zero temperature limit, " — 0, of (90) leads to

hafa) = — o

so that G12(0) = (i/2N,) >Xg[1]. This constant enters into the evaluation of the constant
ny ~ (p'@), and produces a term —1 in the square brackets of Eq. (76). In a homogeneous

Bose gas, such a constant term can be ignored. But here, on an optical lattice, it becomes
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significant, so that in the evaluation of trace log term in Eq (41), it must be taken into
account properly. How to do that has been shown in the textbook [32]. Strictly speaking,
the integral

L) = | —In(w® - &% (92)

appearing in the trace log is divergent. To evaluate it, one may differentiate (92) with

respect to £2:

e =" s oy 93)
and use (84) to obtain
s
Integrating this once £? gives
L) = / ;l—;: In(w? — £2) = i€ + constant. (95)

Using the method of Ref. [32] we obtain the result of Section III where the constant leads

to a term term —1 in ny (see Eq. 76).
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