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In order to study the origin of metallic magnetism and the metal-insulator transition (Mott
transition), the cluster variation method is applied in a two-site approximation to the Hubbard
Hamiltonian Hyppara = ?11 jsll 20 !Uc,.t,cj,,+ U 2?,1_[ njyn; . where c,.L, Ci o ar€, Tespec-
tively, the creation and destruction operators of an electron with spin o (] or |) on lattice site /,
n,0=c-ifyci(,, U > 0 is the strength of the intrasite Coulomb repulsion between electrons having
antiparallel spins, 31 is the total number of sites, and ¢; is the "hopping" strength. With the re-
striction of only nearest-neighbor electron hoppings of strength —z (z > 0), and considering the
half-filled-band case, both one- and three-dimensional (simple cubic lattice) results are calculat-
ed numerically. This is achieved by solving the basic equilibrium equations for the following
two-site expectation values: (mym;)o. (Mo, (magngpo. (Mo, (Mipni i,
(c,-flc”)o, (c,.}c”n,-l)o, {pemipndo. {eqiyciicdo - These expectation values can in turn be
used to compute various thermodynamic quantities, e.g., internal energy, entropy, specific heat,
etc. For sufficiently large parametric value of U/1, a high-temperature maximum in the specific
heat is resolved and is identified as an indication of a gradual metal-insulator transition. For the
simple cubic structure, this high-temperature peak disappears, however, as one decreases the
value of U/rto values around or below 15. Also, correlation results strongly suggest that the
three-dimensional half-filled-band Hubbard model admits an antiferromagnetic ground state.
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I. INTRODUCTION

In 1931, a very successful model of noninteracting
electrons was used by Wilson! to describe metallic
and nonmetallic behaviors of substances. But excep-
tions do exist, for example, cubic nickel oxide (NiO)
should be a metal according to Wilson’s model yet
actually behaves as an insulator. To take into ac-
count the interactions between electrons, Hubbard?
introduced a nondegenerate single-energy-band
model to represent electronic systems like NiO. In
this model, electrons are distributed over localized
Wannier sites and can "hop", without changing their
spins, from site to site; if two electrons with opposite
spins are on the same site then, in the Hubbard
model, the energy of the system increases by an
amount U. Because of the exclusion principle, elec-
trons with parallel spins are forbidden to occupy the
same site. Although this is the simplest model that
incorporates both the itinerancy of the electrons and
the correlation between elecirons on the same site, it
is often used to study the origin of metallic magne-
tism and the metal-insulator transition (Mott transi-
tion®). Therefore, solutions to the Hubbard model
are highly desirable.

Unfortunately, the mathematics of the Hubbard
model is far from trivial, and up to the present, only
few exact results are known. For example, Lieb and
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Wu* solved the one-dimensional half-filled-band
Hubbard model exactly and found an antiferromag-
netic ground state with no Mott transition, i.e., the
ground state is always insulating—Mott insulator’ —
for finite U. Following this work, the lowest excited
states (spin-wave spectrum®) and the magnetic sus-
ceptibility at absolute zero temperature® were also
determined. However, in order to investigate prop-
erties of the Hubbard model at finite temperatures,
subsequent authors were forced to resort to various
schemes of approximation and reviews on the Hub-
bard model and these approximation methods appear
in the literature.” These methods include, among
others, truncation of the Green’s-function equations
of motion,? series expansion® in the strong- or weak-
correlation (large or small U, respectively) limit, and
the coherent-potential approximation.!” In the
present investigation, yet another approach is em-
ployed, namely, the cluster variation method.!' This
method is based upon the variational principle of
equilibrium statistical mechanics and lends itself very
naturally to systematic approximations. In addition
to the present work, Chen'? has applied the cluster
variation method to the half-filled-band Hubbard di-
mer, dimerized, and uniform Hubbard chains, and
recently Chen and Huang!® have examined the influ-
ence of a uniform magnetic field upon both thermo-
dynamic and correlation properties of Hubbard model
systems.
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II. THE HUBBARD MODEL

In the Wannier representation, the single-energy-
band Hubbard model® takes the form

A N N
Hyubbara = E 2 2 tijcitrc.lv +U E nighiy o, M
=1

i=] j=1 o

where c,-'f, and ¢, are, respectively, the creation and

destruction operators of an electron with spin o ({ or
1) on the i th Wannier site, n;, =c, ¢;s, U >0 is the
average Coulomb repulsion energy between two elec-
trons with opposite spins on the same site, #; is the
"hopping" strength [more precisely, ¢; is the transfer
(overlap) integral between Wannier functions on the
i th and j th sites] and 9T is the number of Wannier
sites. If the hopping of an electron occurs only
between immediately neighboring Wannier sites, or,
in other words, the transfer integral #; in Eq. (1) has
the values

—t, t>0,
ly |0, otherwise,

(i th and j th sites are nearest neighbors) then the
Hubbard Hamiltonian (1) becomes
N
Hy=-t3 3, (c,-f,cj,, +cf,,c,(,) +U 3 myny , (2)
(i) o i=l

where the sum 2(:‘./) is over all distinct nearest-
neighbor pairs. Note that the total width W of the
energy band is 4¢.'* Working in the grand canonical
ensemble, one writes, with Eq. (2),

JCH=HH-‘;LN

n
=HH_}L2('1,']+71,'[) ’ (3)

i=1

where w is the chemical potential and N is the
electron total-number operator.

As was pointed out in the Introduction, few exact
results are known, in general, for the Hubbard model
at finite temperatures. But there are some suggestive
features resulting from various approximation pro-
cedures as well as numerical calculations. For exam-
ple, in one dimension Shiba and Pincus'* attempted

J

to extrapolate the properties of an infinite half-filled-
band Hubbard chain by examining the exact results
of finite chains and rings of two to six atoms. Using
U/ W as a parameter, they found that the specific
heat has two peaks when U/W > 1, and associated
the high-temperataure peak with a gradual metal-
insulator transition'> while the low-temperature peak -
was attributed to the antiferromagnetic short-range
ordering. When U/W becomes small, the two peaks
merge into one.

For the three-dimensional case, Langer et al.® ap-
proximately solved the half-filled-band Hubbard
model for a simple-cubic structure by using one-
particle Green’s functions and established that 0.27 is
the demarcation value rather then 1. That is, for
U/W >0.27, two critical temperatures are found: a
Neéel order-disorder transition temperature Ty and a
higher critical temperature 7), at which the metal-
insulator transition occurs. On the other hand, for
U/W <0.27, only Ty exists. They, therefore, ar-
gued that for a large variety of intermetallic
transition-series alloys and oxides, these two critical
temperatures with their corresponding specific-heat
anomalies, critical fluctuations, etc., should be experi-
mentally observable, although they never calculated
these quantities explicitly. More recently, an "exact
numerical" solution of the half-filled-band Hubbard
model was put forward by Visscher.!® Even though
his numerical procedure does not work in the neigh-
borhood of any singularity, he was able to resolve the
high-temperature peak of the specific heat for some
values of U/W. He too suggested that this high-
temperature peak is due to a gradual metal-insulator
transition by observing that the probability of double
occupancy, (ni1n;))o, decreases rapidly near the peak
as the temperature decreases, and this "freezing out"
of double occupancy causes a rapid decline in conduc-
tivity since the current carriers are extra electrons
(doubly occupied sites) and holes (empty sites).
However, his calculations are not conclusive enough
to indicate any demarcation value of U/W.

In Secs. III—VI, the cluster-variation method in a
two-site approximation is applied to the Hubbard
Hamiltonian (2) for the half-filled-band case, and
some of the findings are compared with the above-
mentioned results.

III. APPLICATION OF THE CLUSTER VARIATION METHOD IN TWO-SITE APPROXIMATION

Given the Hubbard Hamiltonian (2), one can express the trial grand free energy in a two-site cluster approxi-

mation!! as
§re=E—uN—TS

N
=3 3 TrypPG)ica+kT 3 Trip (1) InpP ()

1<i<j<qN I

KT 3 3 (Tryp6)) InpP ) = Trp

1<i<j<%n

()]

() InpP (N =Tr;pP () InpP (N1 . 4)



2120 WAI-CHING HO AND JEREMIAH H. BARRY 20

Since it can be proved that

pPG ) =pP W) e p()

if the i/ th and j th sites are not nearest neighbors, one has, for such i and J,

Triyp57 (i) Inp (i.j) =Trip” () Inp P (i) +Tr;p " () Inp P ()

“Using this latter fact, Eq. (4) is simplified so as to become

2
Fr=U (mymy) = p () =Nt ((efep) + (cle)) +kT 3, Trip (1) Inp ()

i=1

+kT 3 [Tr ;0P () Inp P () = TripP () InpP (D) =Tr;p P () InpV (N, (5)

(BJ)

where ¢ is the lattice coordination number and k is the Boltzmann constant.
It is clear from Eq. (5) that one should attempt at least a two-site cluster approximation, because in a one-site

cluster approximation,
. t -
(‘itrcja'> = (Cig) (Ga) =0 ,

and hence no meaningful results can be derived.

In the present two-site cluster approximation, two reduced trial density matrices are needed, namely, p}”(i)

Q)

and p7”(i,j) where the i th and j th sites are nearest neighbors. These matrices are constructed rigorously in Ap-
pendix A and are also given in Refs. (23 and 24). It is shown, on the other hand, in Appendix B that the total
number of electrons E?f_,n,q with the same spin o is a constant of motion of the Hubbard Hamiltonian (2). One
then concludes that all but the four diagonal elements of p{” (/) vanish identically since each off-diagonal ele-

ment does not preserve this constant of motion, i.e.,

((1 —n,;)(l _nil)> 0 0
. 0 (i (1 =) 0
p (i) = 0 0 (my (1 = np) 0 . 6)
0 0 (niyniy)

For the same reason, most of the 256 elements of
pP(i,j) become zero, in fact, only 36 elements
remain.

Note that one has assumed, for simplicity, that all
Wannier sites are equivalent. This simplification,
however, automatically excludes any solution with
long-range antiferromagnetic ordering. Note also that
the system is not exposed to any external field, so
that there is no preference in the direction of elec-
tronic spins. One has, therefore, for any /i and j,

(Mig) =nje), (myny) = (nyny)) | etc.,
() = (myy =5 (m) (mgmy) = (mymyy)
(myniymyy) = (mpnagnyyy, - (ehen) = (el
(eenmy) = (clomy)

(ehenmy) = cleumy)

1. _ t
(cireprnignyy) = {ciy iy mitnyy) -

With these simplifications, the 36 nonvanishing ele-

r

ments of p?(i,j) can be summarized as follows:

pu=1=2(n) +2(mn) +2(nynyy)
+2(niny ) = 4mgniyngy) + (g
P22 = P33 P55 = P99
=3 (m) = (myny) = (nonyy) — (i)
+3 (i) — ngmygngnyy)
Pas=pP13,13= <”i[ni1> —2("iy"i1”jr> + (”if”il"fr”fl> 4
Pe6 = p11,11= {Miphj1) —2 (nigningyy + (migmiyngpng )

P77=P10,10= (Miyny1) = 2 (mpmy ngy) (rogmyngyny)

P88 = P12,12 = P14,14 = P15,15= (m;mm,ﬁ - (”n”u”n”n) ’
16,16 = (Miymynpnyp)
P52 P25 = P93 = P39 ™
S ¢ N t t
e = eremy) = (erenmy) + (hegmpn)
P74=P7,13= 7 P10,4 =~ P10,13= (c,-*,cnnu) = <€,-*;Cn”i1"u>
NP
P13,4 = Pa,13 = (C;1C1G1C1) s
P10,7= P7,10 = (c,}c,-‘c,tlc”) ,
P13,7= P47= 7 P13,10 = ~ P4,10 = <ciftcjl”jl> - (CiT{CjInilnjO

P14,8 = P8,14 = P15,12 = P12,15=— (C,;c”n,"n“) .
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From Eqgs. (6) and (7), one sees that there are alto-
gether 12 variables (unknown expectation values)
under consideration, namely,

(m), (mipmy), gy, mgngy) o (nigngngg),
t t
(riymiynpng) o enen)s  (ecnmy)
’ t t ot t. ot
ehepmy), (chemymy) o (elaleen. e -

One can also show that these variables are real, since

the reduced trial density matrix p{(i,j) is Hermitian,

ie., pm=pm (Ubm=1,2,...,16), and (c,»?tc“n,-l)
- (c,-}c”n“) which is shown later [Eq. (15)].

Using elementary column and row operations, the
reduced trial density matrix p{?(i,j), with its 36 non-
vanishing elements given by Eq. (7), can be
transformed into a block-diagonal form

p;-Z)(i,j) P11 er, 622 63066@ T4
D pes @I D2, Ppig,16 » ®

where @ represents direct sum'” and T, 3,, T, are
the following square block matrices, respectively:

P22 P52 Pss  P14,8
Iy= ;=
pPs2 P22 P14,8 P88
P17 P1a P14 P10,7
T P13,7 P44 P13,4 —P13,7
4= P13,7 P13,4 P44 —P13,7
P10,7 —P74 —P14 P77

These square block matrices are readily diagonalized,
yielding the following:

r P22 — Ps2 0

2 0 p22 tps2
s P88 — P14,8 0

2 0 pss +p14,8 ©)

p11—p10,7  2p 0 0

- 2p13,7  pastpiza 0 0

4 0 .0 Pas— P13,4 0

0 0 0 P17+ p10,7

3

Now it is trivial to write down the eigenvalues of
p(i) according to Eq. (6), i.e.,

A =1—(n) + (nyn;)) ,
A =); =% (my — (npmiy) s (10)

)\4 = (n,-,ni;) .

On the other hand, using Eqgs. (8) and (9), the eigen-
values of p{(i,j) are given as follows:

T1=Pp11, O2=012=p—pP52
oy=0p=pntps os=cu=pp—pus ,» (1)
Os=015=pgg T P14,8, O6=0T11=pPe6 »
o7 and o are solutions of the equation
(p17 = p10,7— 0) (pas + p13,4 — o) =4pupis7 ,
and
09=pP44 — P13,4, T10=p717 tP10,7, T16= P16, 16

If one defines, for convenience,

a=p;—po7 b=putpie C=pupsr

“then one can write

ar=73{(a+b) —[(a —b)? +16c]"2) ,

os=7{(a +b) +[(a —b)* +16c]'?)

Note that
4 16
Ehm=20m=1 , (12)
m=1 m=1 .

or in other words, p{" (i) and the diagonalized
p9(i,j) are normalized as expected. )

Now one can perform the trace operations in Eq.
(5) readily so that it becomes

4 16 4
Fr=RU (nyn;)) =9 p{n;) —29qt (c;*,c”) +RLT 3, Amln +-;—ankT S ominom—2 3 Amlnkp

m=1

m=1 me=l

If one uses x to represent any one of the 12 variables, then Eq. (12) implies that

4 ax,,, 1 90,
E ax —E

m=l m=1 ox

=0 .

With this identity and the definition fr =g r/g1, the basic equilibrium equations are expressed as
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ofr 4 O\

0= =—u+kT In\p,
a("") mgl a( i) m=1

ofr O
———=U+kT InAp——— + = qkT
3("11":1) mgl a(n i t1>
=.__afr_=.__2qt+_‘_qk7‘ g: Ino _OQom

a(ciT]CjT> 2 m=] ma<"it]cn> '
ofr | $ Ao

0=——==¢gkT Ino, R
By 2 ,,,21 na ay

where y stands for any one of the remaining nine
variables.

Using Egs. (10) and (11), it is straightforward to
rewrite the basic equilibrium equations (13)

—;,L+len--—+ L gkT|in , (14a)
N
U +kTIn==% + 3¢k T|in ‘2 >+ A4 Inoy
A o303
A
+A'lnog—21n ‘)“‘ =0,
2
(14b)
gkT In D196 _ , (14¢)
g03
—qkT21n +A'lno;+ A lnog+1nop| =0 ,
0,03
(14d)
3.3 .
kT In—2 27470 =9, (14e)
0{06070809010 '
2
1 0106070809010016
59kT In ——5 5 =0, (14f)
0030405
—2qt +qkT In(o3/0y) =0 , (14g)
Lak|210 22 +Bln—-L|=0 , (14h)
g3 (o8]
Lakrin 2 +cint|=0 , (14i)
g3 ag
Lokrin 2% + (B +C) 2| =0 , (14))
0205 - a7
1gkT (A Ino7+A4'Inos —Inog) =0 (14K)
1gkT(~A4'Ino7— A Inos +Inoy) =0 (141)

2 Ino,

do oA
—_—2 InA -
a(”) mz-:l " 9(n;)
_ Om
Inoy——mm-—2 InA, ,
2 B(H,In,l) ,,E 9 (mynip) ]
(13)
r
where
_1l_ a—-b , _1_ a-b
4 2 + 2R’ 4 2 2R’
4 .t t
B =—— Uerenn) = (cagmm)) (14m)

4
—;H%mm%ﬂdmmmﬁ'
and R =[(a — b)2+16c]'2.

Observe that, by comparing Egs. (14h) and (14i),
B = C for finite temperatures Thus it follows from
Eq. (14m) that

(ehepmy = (chepmyy) a1s)

Also, by subsmutmg Eq. (141) into Eq. (14d), one
has
qkT]nM

02073

=0 ,
and comparison of this equation with Eq. (14c¢) yields
T¢ = 010, OT
tot
(miynyr) = (mgnyp) + {eencion) (16)

Thus, in thermal equilibrium, two of the 12 variables
can be eliminated with the two identities (15) and (16).

' IV. EQUILIBRIUM EQUATIONS IN THE
HALF-FILLED-BAND CASE

To achieve the half-filled-band condition, one
prescribes a chemical potential so that there is on the
average one electron per Wannier site, i.e.,

(my=1, 17
and then Egs. (10) reduce to
=A4= (n,,n,l), )\2=)\3=;—— (n,-rn,-l) . (10,)

Similarly, using Egs. (7), and (15)—(17), Egs. (11)
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simplify to

or=—1+2(myn) +2(niynyg) +2Cnignyy) —4agnyng) + (ngnggngpngg)

02—012—"
013=—

'
o4 =014 = (i np) = (g ngngg) + (Cacipnigngy)

'
o5 =a1s= (mnny) — (M ngyng) = (Cpciynigngy)

06 =010= 011 = (Miny) — 2 {npniynyp) + (ngngynggngy)

or=5{(a+b) —[(a —b)? +16¢]')

oy=7 (@ +b) +[(a —b)2+16c1'?} |

t ot
o9 = (myniy) =2 (myniynp) + (mgngngngy) — (el e

o6 = (mipni nyynyy)
where

a =2(nnyp) = (nigngy) = 2 {magmigngy) + (g ngeng )

b= {miyniy) =2 {mpmiynye) + (nogmyyngyngy) + (cheleiepn)

e = ((chepmy) — (cheymyng))?

Note that the number of variables changes from 12
to 9 because of Egs. (15)—(17); thus some of the 12
basic equilibrium equations (14a) —(141) are redun-
dant, for example, Eq. (14a) can be used to calculate
the prescribed value of the chemical potential.
Therefore, one has to eliminate the redundancy by
choosing suitable linear combinations of the 12 basic
equilibrium equations; in fact, the following nine
equations are used for numerical purposes:

U/t g109 )\‘
+21n In——=—-2In——(=0,
kT/t +t4 g0 A2 (188)
ln g0 =0 , (18b)
ag03
3 3
_TT0u0s (18¢)
T{0§070809
3
T)T3040%
2 g3
_ +ln— =0 ,
kT/t n Lop) (180
o3 0'8
n-22%4 o | (18g)
g305
2% _o , (18h)
0609 ,
a—b a0 :
+1 — =0 . (18i)
[@—b)7+16c]7 " "oy l

(ramiyy = Cmignyr) = Cmgnyy) +3(rgmgngg) = (ngmgnggng) = (e +2elepm) = (cheprmny,)

(mimayy = (mignge) = Smgmyy) +3 (rigmggngy) = (ripmgngng) + (clep) =2 (ehepmy) + (clejminy,)

(1)

r

Here, one has a set of nine coupled algebraic and
transcendental equations (18a)—(18i) with nine vari-
ables, namely,

(ipmig), (rignge), (g

(rirmiynge),  migniynggng)),
t '

Cign,  (enenniy)

t 't
Cremiyng) . Cciieicn)

This, obviously, is a problem for the machine!

~ V. NUMERICAL CALCULATIONS AND RESULTS

In the present research, a computer program called
MINMAX'® is employed to solve the nine nonlinear
equations (18a)—(18i) at each temperature. Given
an initial guess of the values of the variables (not too
far away from the actual solution), MINMAX, using
some iteration procedures, manipulates the variables
to make the nonlinear equations hold simultaneously
to within a small predefined error (the numerical er-
ror permitted here is 107!%). Towards such a goal
one realizes that, at high temperatures, the mean-
field results, i.e.,

(mirny) = (miy) (miy)
'(Cittcjo = (Ci?1> (G, ete.,

should be reasonably close to the equilibrium values.
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Thus, for each parameteric value of ¢ and U/t, one
commences the numerical calculation at a high tem-
perature with the following initial guesses:

(mymiy) = (mgmy) = (mgmypy =5
(”it”il”JT>=%' ("it”il"n”ﬂ):T}s— '
(e = (eherm) = (alermn)

= (ateenen) =0

If the program gives convergence, then the new
equilibrium values are taken as the initial guess for
calculation at a lower temperature, and so forth. All
these calculations are done using an IBM system/360
Model 44 digital computer with a memory of 64K
words. A typical run consists of six to seven 900-
second jobs covering temperatures from k7/t =108 to
kT/t =1, and yields about 50—60 data points. Each
data point contains the values of nine equilibrium ex-
pectation values

(”n"ig)o, <"i1”j]‘>0» (”ifn“)O,

(nirniyngpdo,  (mipmiyningo 19
t t
(ereno. Cirrmipo

t t .t
(Cirermiymo,  {CinciyGicindo

where the subscript "0" is used to denote stable ther-
modynamic equilibrium quantities.

Using the equilibrium expectation values (19),
thermodynamic quantities can be computed easily,
for example, the internal energy E is given by

E

U t
9—? = --t— (n,tni;)o "2(] <C”Cj]>0 ’

the entropy S,

S 4
= —— 3 A lnA
s ME_)I."n,..

16 4
—%q 3 omino,—2 3, }\,,,ln)\,,,] ,
m=1 m=1
and the prescribed value of the chemical potential u,
0203

A
> —2In—>
gy 1

A
B kTN 1 kT

|
ttx,ztn

One can also differentiate the entropy data numeri-
cally to get the heat capacity at constant volume,
since

9S

Cy=T|—= .
Y [aT]u.V

To certify the accuracy of the present calculations,
one first examines the computed numerical values of
w, since according to a rigorous theorem,!® u = % Uin

the half-filled-band case. One indeed finds that the
above equality is valid with a relative error of about
+0.008% or 0.00002% for small (~1) or large-
(~10—100) values of U/t, respectively. On the oth-
er hand, since the only quantity involving lattice
dimensionality in the above solution is the lattice
coordination number ¢, numerical calculations for
half-filled-band Hubbard models of different dimen-
sions can be carried out readily by using appropriate
values of the lattice coordination number?® g. Thus a
further check of the solution is to perform calcula-
tions on the infinite half-filled-band uniform Hub-
bard chain (i.e., ¢ =2) and compare the results with
those of Shiba and Pincus.!* The findings, with

U/t =8, are displayed in Figs. 1, 2, and 3. The
results, in general, are in good agreement, since it is
clear that as the number of atoms increases, the ther-
modynamic quantities also increase. The present cal-
culation, however, is terminated after the appearance
of the high-temperature peak in the specific-heat
curve for two reasons, namely, the low-temperature
anomaly, corresponding to a Néel transition, has
been excluded from the present solution, and the

1 il | 1

0.0 1.0 20 3.0 4.0 50
kT
t
FIG. 1. Internal energy of the one-dimensional half-
filled-band Hubbard model with U/t =8. The dashed lines
represent Shiba and Pincus results of rings with three to six
atoms.
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Zlen

05

00 F,Z | Il | |
0.0 1.0 20 3.0 40 50
T
t
FIG. 2. Entropy of the one-dimensional half-filled-band
Hubbard model with U/t =8. The dashed lines represent
Shiba and Pincus results of chains with two to five atoms.

rate of convergence of the numerical calculation be-
comes extremely slow at low temperatures.

Having established the numerical and physical
credibility of the present solution, one proceeds to
carry out calculations for the three-dimensional half-
filled-band Hubbard model in a simple cubic (sc)

05

L2

FIG. 3. Sbecific heat of the one-dimensional half-filled-
band Hubbard model with U/t =8. The dashed lines
represent Shiba and Pincus results of rings with three to six
atoms.

0.5
04t g Sv NN
Nk \\\
\\\\
03 N
02
ol |-
4
V4 TS “PigMiy>o
V “\“
00 # 1 L I . LT ea e
0.0 ,0.0l 0.02 0.03 0.04 0.05 0.06 0.07 0.08

FIG. 4. Specific heat and the probability of double occu-
pancy of the three-dimensional (sc) half-filled-band Hubbard
model with U/t =100. The dashed lines are Visscher’s
results.

structure, i.e., with ¢ =6. The results, some of
which include Visscher’s data!® for comparison, are
shown in Figs. 4—7. One sees that the specific-heat
agreement is very good for large value of U/t (Fig.
4), but not otherwise (Figs. 5 and 6). Visscher did
obtain a peak in the specific-heat curve for U/t =0.5
(and possibly one for U/t =4), yet none is resolved
"in the present calculations. However, in this range of
paramagnetic values of U/t, one would expect—as
suggested by the one-dimensional results of Shiba
and Pincus—only one specific-heat anomaly embody-
ing both the Néel transition and the metal-insulator
transition and thus cannot appear in the present solu-
tion. Although long-range-ordered antiferromagnetic
solutions are excluded from the present solution, one
observes from Fig. 5(b) an antiferromagnetic tenden-
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FIG. 5. Three-dimensional (sc) half-filled-band Hubbard
model with U/t =4. (a) Specific heat and the probability of
double occupancy. The dashed lines are Visscher’s results,
and the question mark indicates that his data are incon-
clusive. (b) Short-range (nearest-neighbor) magnetic corre-
lations.
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FIG. 6. Specific heat and the probability of double occu-
pancy of the three-dimensional (sc) half-filled-band Hubbard
model with U/t =0.5. The dashed line is Visscher’s result.

cy in the nearest-neighbor magnetic correlations
(similar behaviors are observed for other values of
U/T). This agrees with the yet unproven but com-
mon notion that the three-dimensional half-filled-
band Hubbard model also admits an antiferromagnet-
ic ground state.?"?2 Also similar to the one-
dimensional case, a high-temperature peak in the
specific-heat curve is found for the three-dimensional
sc structure for large enough value of U/t (see Figs.
4 and 7) and it is associated with a gradual metal-
insulator transition because of the corresponding de-
cline in the quantity (n;;n;})o (see the discussion at
the end of Sec. II).

In contrast to the one-dimensional case, where Shi-
ba and Pincus suggested the two peaks in the
specific-heat curve merge at U/t =4, the demarca-
tion value of U/t in a three-dimensional (sc) struc-
ture is found here to'be near 15 (see Fig. 7). Note
that the present result is larger than that obtained by
Langer et al.® (~1.08) by an order of magnitude.
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AT
1

FIG. 7. Specific heat of the three-dimensional (sc) half-
filled-band Hubbard model with typical values of U/t around
15. The base arrow indicates the position of the maximum
for the case U/t =15.

However, the approximation they employed is less
refined than the present two-site cluster approxima-
tion which includes four-body correlations, so the
present result of U/t =15 is probably closer to the
actual value.

In conclusion, it has been shown that the cluster
variation method in a two-site cluster approximation
yields good and consistent results for the half-filled-
band Hubbard model. An advantage of using such a
method is that the equilibrium correlation values
(see, e.g., Fig. 8) are calculated first and these quan-
tities describe the system in a more detailed fashion
than the thermodynamic quantities alone. Hence, in
this sense, the present results are more complete
than those obtained by various other authors.
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FIG. 8. Equilibrium correlations of the three-dimensional
(sc) half-filled-band Hubbard model with U/t =15.
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The base arrow indicates the position of the maximum in the
specific-heat curve.
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VI. SUMMARY AND DISCUSSION

The cluster variation method in a two-site approxi-
mation is applied to the half-filled-band Hubbard
model (2). Both the one- and three-dimensional
(simple cubic) cases are examined. For sufficiently
large value of U/t, a high-temperature peak in the
specific heat is seen and is identified as an indication
of a gradual metal-insulator transition. For the sim-
ple cubic structure, this high-temperature peak disap-

pears as one decreases the value of U/t to around 15.

Also, correlation results strongly suggest that the
three-dimensional half-filled-band Hubbard model
admits an antiferromagnetic ground state.

The present research also opens up some interest-
ing avenues for further investigations. For example,
one can ask: What kind of magnetic transition will

take place at low temperatures? Will it be a Neel
(continuous) transition or rather a discontinuous
one? To answer these questions, one has to solve
the entire problem anew by initially assuming the ex-
istence of two sublattices and this obviously. compli-
cates the diagonalization of the reduced trial density
matrix p{(i,j). In fact, one can show that a cubic
equation appears in this case, but nonetheless, the
problem can be solved theoretically. Finally, it
should be pointed out that it is only a matter of com-
puter time to carry out further calculations on the

" three-dimensional half-filled-band Hubbard model for

structures other than simple cubic, for example, the
body-centered cubic structure with ¢ =8, and the
face-centered cubic structure with ¢ =12. One can
also examine the non-half-filled-band cases by using
various values of (n;) other than 1.

APPENDIX A: RIGOROUS CONSTRUCTION OF THE REDUCED TRIAL DENSITY MATRICES

The actual building of the complete one-site reduced trial density matrix p{" (i) and the basic mechanics of
matrix [p$ (iy,...,i,)] construction has been published,?® and it was shown that

(=m0 =ny)) (Q% (I =nyp) (CII (I =ny) (CiTICiTl)

O (A=mpey)  (m=m))  (clap)
Pr (I - ((1-”,'1)C,-1> <Ci1';cil)

For the construction of p{?(i,j), the 16 possible
states of occupancy are defined in the following
order:

|00y, ¢}100), ¢} 100y , -
¢fe1 100y, <1100y, cletloo) ,
¢} 100), ¢icfe)l00)

¢}100), cle}100), cleflo0)
clefhe 100y, ¢l looy
elele}100), alale)100)
aielchel 100y

where |00) represents the state with both the i th and
J th sites empty.
Note that in the one-site representation,

1o

1= > CGip=6)

I
(=== I=]
o O O -
[ R e ]
S - O O

I
[ =J=3=
o O oo
OO O -

(=R

However one can always interpret ¢;, or ¢;, as two-

(U =np)  (cimy)
(i) —(nirciy) (niycip)

- c,.fn;
() (A1)

(”i;"u)

r

site operators ¢;,1; or 1;¢;, where 1, and 1; are unit
operators on the / th and j th site, respectively, but in
the two-site representation these two-site operators
should be represented by square matrices of order 16.
In this regard, one can show that

C,,,lj=ci,®l4, 1[(‘/0.:14,@(,"/0 B (A2)

where the symbol ® stands for direct product,!” and

1000 10 00
0100 fo-100
L=lpo10] =lo 0 -10
0001 00 01

The same rules (A2) are followed in order to
represent creation operators. In general, since every
two-site operator can be decomposed into a product
of creation and destruction operators, the correspond-
ing 16 x 16 matrices can now be obtained by simple
matrix multiplications. For example,

oty —a= (el ® 1) (14 ® 1) 4 ®cf o) Uy ®¢)~g)
=[e! UNN & (Lueyoc) o -0)

= ((—‘,‘LI4I) &® (Cj,,n,,_o) ,
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where the following matrix identities have been used:

(4®B)(C®D)=(4AC)®(BD) ,

Iy forevenn ,
nm_
UD" =11 for odd n

Thus, using direct-product theory, the complete two-
site reduced trial density matrix p$”(i,j) can be con-
structed and is displayed in Ref. 24.

APPENDIX B: FERMION ALGEBRA

Since one is considering electronic systems which
obey Fermi-Dirac statistics, the basic anticommuta-
tion relations are given by

{C,-I,.ij} = SUSVA , {C,'T,'C/& } = {Cimcjx} =0,

for any iand j; o, A\=tfor | .
Using the commutator-anticommutator identity

[4B,C1=AI[B,Cl1+[4,C]1B
=A(BC}-{4,C}B ,

one can easily show that
ni%r =Niq, [”im”jx] =0,
[”iw cj)«] = SUSUACIU »

[”ialeTA] = SUSO'ACiTr

Making use of the latter relations, it is straightfor-
ward to prove that, for the Hubbard Hamiltonian (2),

xn
[CfCH. P

i=l

=0 .
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