PHYSICAL REVIEW A

VOLUME 42, NUMBER 6

15 SEPTEMBER 1990

Effective-potential expansion method for the many-body problem at finite temperatures.
I. Basic formalism

Yasutami Takada and Takafumi Kita
Institute for Solid State Physics, University of Tokyo, 7-22-1 Roppongi, Minato-ku, Tokyo 106, Japan
(Received 8 March 1990)

The effective-potential expansion method, namely, a variational approach to the many-body prob-
lem at zero temperature, is extended to nonzero temperatures by the introduction of a new trial den-
sity matrix in the Gibbs variational principle for the grand potential . The trial density matrix
contains an effective potential as a variational parameter. We have given an expansion form for Q
in terms of the effective potential. Special care is taken to evaluate the entropy term correctly.

I. INTRODUCTION

In condensed matter and plasma physics, one of the
major problems is evaluation of the equilibrium thermo-
dynamic properties of an interacting many-particle sys-
tem. In the perturbation-theoretic approach, a formal
analysis to calculate the grand potential () has already
been given by the introduction of the thermal Green’s
function." In general, however, the actual implementa-
tion is not easy and quantitatively good results can be ob-
tained only in rare cases. Thus many alternative methods
have been proposed so far. In particular, the imaginary-
time path-integral formulation is a powerful and versatile
approach.? The formulation provides a useful starting
point to calculate the partition function directly in some
simple systems with the use of the Monte Carlo
methods.® It also gives the so-called Feynman inequality
based on which a finite-temperature variational approach
is formulated.* On the other hand, the finite-temperature
density-functional theory is not couched on the inequality
but on the Gibbs variational principle.>®

The Gibbs variational principle is stated as follows.

For any density matrix ﬁ, i.e., for any positive-definite ﬁ
with unit trace Trﬁ =1, the functional

QP1=Trp(H —uN +B"'Inp) (1.1)

satisfies

Q[p1= Q[p]=—B 'InTre BA-#N) (1.2)
in which the equality holds only for 5=ﬁ. Here, H is the
Hamiltonian of the system, u is the chemical potential, ¥
is the total number operator, 3=7 "', and j is the grand
canonical density matrix, given by

p=e BHA-UN) yTre—BH—uR) (1.3)
This is the principle which takes the place of the
Rayleigh-Ritz variational principle at T=0, i.e., for the
ground-state wave function.

The variational approach has been found quite success-
ful in the calculation of the ground-state properties of the
interacting many-body problem. In particular, the Jas-
trow trial function® is known to provide a rather accurate
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description of the ground-state wave function for many
systems. There have been a lot of attempts to calculate
the energy expectation value for the ground state with
the Jastrow function either in the hypernetted-chain
methods® or in the Monte Carlo methods.!® Thus it
would be very productive if we could extend the
Jastrow’s approach to the finite-temperature problem by

giving some suitable trial ﬁ including the correlation
effect as in the Jastrow function. However, we soon real-

ize that the entropy term B—lTrﬁ lnﬁ is quite difficult to
calculate in this approach. Further, the Jastrow-type tri-
al function has a fundamental flaw in the finite-
temperature problem due to the absence of the energy
denominators in the definition of the correlation factor.
According to the perturbation-theoretic approach, the
correlation effect enters in the calculation of ) in a power
series of the matrix element {n|¥|m ) of the interaction
potential ¥, but the actual expansion parameter is not
(n|P|m) alone but {(n|P|m) divided by the energy
denominator E*—E® at T=0 and (n|P|m)/T at
high temperatures, where E\* is the eigenvalue of the
noninteracting Hamiltonian H,. Since the Jastrow corre-
lation factor is, in a sense, defined in terms of some aver-
age value of

(n|P|m)/(E\®—E\?)

and has no energy denominators explicitly, the crossover
between the energy denominator and T with the increase
of T cannot be treated.

One of the authors has already proposed a variational
method at 7=0 with the energy denominators included
explicitly in the definition of the correlation factor.!! It is
named the effective-potential ixpansion (EPX) method,

because an effective potential ¥ is introduced as a varia-
tional parameter to construct a trial wave function and
serves as an expansion parameter instead of the bare po-
tential ¥ in the perturbation-theoretic approach. Because
of this change of the expansion parameter, the expansion
series converges rapidly even in the strong-coupling re-
gion in many interesting systems. In fact, the EPX
method is found to provide a much better description of
the electron gas in the whole metallic-density region than
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the Jastrow-type approach.!? Thus in this paper, we ex-
tend the EPX method to nonzero temperatures by giving
an appropriate 5 The actual manipulation of the terms
in Q[ﬁ] is illustrated in the companion paper [paper II
(Ref. 13)] by the application of our method to a one-
dimensional electron system with a repulsive §-function
interaction.

This paper is organized as follows. In Sec. II we make
a quick review of the EPX at zero temperature and in

Sec. III we give a form of ﬁ which reduces to the EPX as
T approaches zero. In Sec. IV we show how to calculate

the entropy term in the formal expression for Q[ﬁ] In
Sec. V we discuss two special cases to relate our formal-
ism to other approaches. In Sec. VI we give an expansion

form for Q[ﬁ] explicitly up to second order of the
effective potential. Calculations up to fourth order are
done in Sec. VII. In Sec. VIII we summarize our results
and suggest some systems to which our method can be
applied successfully. Finally, in Sec. IX we discuss ad-
vantages as well as disadvantages of the present approach
and indicate the direction along which our method may
be improved upon. Some useful mathematical formulas
are given in Appendixes A, B, and C.

|

2 _ (=)™ po  o*: 0
U, (0, = 0)="—0 f_me 1dt1---fw

as

(2.4)

with some suitably chosen trial noninteracting Hamil-
tonian H, and effective interaction V. The state |0) is
the normalized ground state of Hy; T, is the symbol for

the time-ordered product in the usual sense; the subscript
L,, to the square bracket on the one hand denotes the in-

struction to consider only terms in which m P’s in the
bracket are connected with one another and, on the other

hand declares to exclude any term in which P’s in the

’"dt T,[
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II. THE EFFECTIVE-POTENTIAL EXPANSION
METHOD

We consider a system of N particles interacting with
one another through a two-body potential. The Hamil-
tonian of the system is written as

A=A,+V, 2.1)

where ﬁo and ¥ represent, respectively, the noninteract-
ing and the interacting energies of the particles. In this
paper, we need not specify A further. Our formalism can
be applied equally well to both fermions and bosons. We
can treat the electrons in the lattice, i.e., the Bloch elec-
trons as well as those in the homogeneous systems like
the electron gas.

In the EPX method, we take a trial function |®,) for
the ground state as

2

|®,)=U(0,— )|0)
=3 - zum 0,—e) | 0), 2
n=0 """
with U, (0, — o ) defined by
Vit - Pl (2.3)
-

different square brackets are linked. The point here is
that we can control the link-unlink properties in the
correlation operator U(0, — « ) by the introduction of the
L, operator. We also note that the Hartree and the

Fock terms should be excluded in the definition of V be-
cause these terms do not add any new intermediate state

to |®,). The effect of these terms can be included in A 0
as we shall see an example in the following paper. B El-
imination of the Fock term is quite helpful in avoiding
the anomalous diagrams'* which appear in the usual
perturbation-theoretic approach.

The energy expectation value for the trial function (2.2)
can be calculated in a similar way to the usual linked-
cluster theorem'? and the result is given by

|
~ D P AT AL Q* 2
=SB _ (15" 0 )50, — )]0 /(018 (0, 080, — 0)]0)
(D|D)
d 21 o 2
=0/ | 3 pnU,0,0) |H| 3 ppnU,(0,—)|l0)c, (2.5)
m=1 m'=1
where (L}m (0, ) is defined by
£ ™ poeo —0*: [ 0T, 2 5
Um(O,oo)—mfo e ldr fo e dt, T,[V(t) Vit (2.6)
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and the subscript C means that only connected diagrams
linked to A should be considered in the evaluation of the
expectation value. The expression (2.5) is a power series
in V. Assuming that ¥ is a good expansion parameter,
we evaluate E up to a certain order in ¥ and then deter-
mine all the variational parameters included in the
definition of 74 and H o by minimizing E. (Usually we give
some definite values for u,,’s by hand, though they can
also be determined variationally in principle.)

III. TRIAL DENSITY MATRIX

The functional (1.1) for the grand potential Q[ﬁ] is re-
duced to the expectation value of H —uN at zero temper-
ature. A natural extension of the EPX method is ob-
tained if we can give ﬁ so as to reproduce the form of
(2.5) for Q[ﬁ] with the replacement of A by A—un.
Since the third equation in (2.5) shows that the operator

is sandwiched by the two correlation factors, one
evolving from ¢t = — o to O and the other from O to oo,
we are tempted to express ﬁ as a product of two factors,
one defined in the interval [0,8/2] and the other in

[B/2,B]. (The latter can be converted into the interval
[—B/2,0].) From this consideration, we give 5 as
p=F(B,0)/TtF(B,0) (3.1)
with
FB,01=¢ PN 66.8/2)8(8/2,0)
—[e PPN E ) P T . (3.)

Here the operators U, X, and Y are, respectively, defined
as

2 o_atla s
uir,7)= 3 oy 2_ LU (r,7) |, (3.3)
n=0 m=1
with
L (=107
Unlr,7)= m!
x [dr, - [Tdr, TP Vir,)l
(3.4)
L\:_E_ SIS
X 2(H0 uN), (3.5)
and
Y=mT(8/2,0) (3.6)
We have defined the operator f}(‘l’) by
IQ/(T):eﬁHO—“N)IQ/e_ﬂHOA”N) , (3.7)
and we can prove the following identity easily:
£ —o(H,—pR) 2 o f,— N
Ulr—o,7”—0o)=e Ho=w )U(T,T')e Ho=rl) (3.8)

Substituting (3.1) for ﬁ into the functional (1.1), we obtain
Q[51=—B""In[TrF(B,0)]
Ter(ﬁ,O)[ﬁ ,uﬁ +B~ ‘lnF(B,O)]}

Tr [F B,0)]
With the use of (3.2), the first term in (3.9) is rewritten as

(3.9)

—B~'In[TrF(B,0)]

=0,—B " 'In(T(B/2,000(0,—B/2)),, (3.10)
where Q is given by
0y=—B 'InTre "o " (3.11)
and the average with the subscript 0 is defined as
(A)g=Tr(e" P Mot ¥ 2y (3.12)

Employing the linked-cluster theorem, we can reduce the
logarithmic term in (3.10) into

In{ T(B/2,0)0(0, —5/2)),

=(0(8/2,000(0, ~B/2))oc—

where the subscript C denotes to leave only connected
terms. We can apply the same theorem to the second
term in (3.9) and obtain

Tr{F(8,0)

, (3.13)

[A—uN+8 "1nF(B,0)]}
Tr{F(B,0)]
—(T(B/2,0)[H —uN +28 'In(e¥e )]

X U0, —B/2))oc . (3.14)

Here the meaning of the subscript C is a littleAdiﬂ’erent;

we consider diagrams which link the terms in U to those
inside the square brackets.

IV. BAKER-CAMPBELL-HAUSDORFF FORMULA

So far, the discussion has been quite formal and exact.
In the actual calculation of , the term ln(e e Y) is most
difficult to evaluate. Since the operator Y can be expand-
ed order by order in terms of V through (3.3), (3.4), and

(3.6), let us expand In(e”, Y) in terms of ¥. For this pur-
pose, we employ the following Baker-Campbell-Hausdorff

formula valid for any operators (matrices) f and Y:'®
In(eXe y):f+ f 1¢1t\I/[e2‘dU‘7’e“’d():"]IQ/
0

v, [ad(X );ad(¥), - - -

,ad(?’)] 2
Y
A (n+1)

NS A S 4| E R @.1)

e

Here [ )?]:ff’— i\%, the operator ad( f’) is defined by
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f’, n=0,

)] §’= 2 2 2
[ad(X)]""'[X,Y], n>1

><:z>

[ad( (4.2)

and the functions ¥ and ¥, are, respectively, given by

W(q)=21ne 4.3)
a—1
and
]
Tr{F(B,0)[ A — HN+/3 1nF(B,00]] _ A

T (ﬁﬁ/zol —H,

Qne note is necessary here when we expand §' in terms of
V. Although we can control the link-unlink properties of
Vs inside the operator U(B/2,0) by the L,, operator, we

cannot do the same thing for the operator Y. We shall
see an example in (6.6).

V. SPECIAL CASES

If we take all the y,, s to be zero in (3.3), B/2 0) is

the unit operator. Thus ¥ is zero. Then the functional
is given by

Q[ﬁ]:ﬁo+(ﬁ“‘ﬁ0>o, (5.1)

and this is, of course, larger than the exact value Q[p],
namely,

‘B(ﬁo"ﬂﬁ)

—B 'InTre +(A—Hy),

> —B nTre PA-1N)  (52)

The inequality (5.2) is just the same as the one obtained
by Feynman? and our problein is to choose the optimum

noninteracting Hamiltonian H,.
If we take all the u,,’s to be unity in (3.3), both F(f3,0)

and U(B,0) can be calculated formally by the same
method as in the perturbation-theoretic method.! The
only dlﬁ’erence is in the fact that the Hamiltonian H is re-

placed by a ot 7 in the present case. Thus the result for
F(B,0)is

Fp,0y=¢ Pt TS (5.3)
and 6(3,0) is given by
0(5,0=85,0=T,exp | = [ 'dr P (5.4)
The functional () is now calculated as
Q[F1=0—B7"[(5(8,0))oc 1]
+(S(B,ONA~Ho—V))oc - (5.5)
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W, [ad(X );ad(¥), - ,ad(¥)]
d \I/[ ad(X) tad(Y!]

4.4)
d n

t=0

The first lme of (4.1) is very useful and enables us to ex-

pand In(e*e Y) in terms of ¥ as in the second line. A brief
derivation of the formula (4.1) is recapitulated in Appen-
dix A, an explicit expression for ¥, is given in Appendix
B, and useful identities are given in Appendix C.

With the use of (4.1), we can reduce (3.14) further as

23—‘foldt\p[ead‘f>e‘ad‘§’]?]ff(O,—3/2)>0C (4.5)

f

In general the calculation of (5.5) is as difficult as that of
the exact value Q[p]. Besides, we know from the first
that Q[5] becomes minimum for H0+V equal to H.
Thus one may think that (5.5) is totally useless. Howev-
er, there might be a situation in which ¥ serves as a good
expansion parameter in the medium- or strong-coupling
region of the bare potential ? In that case the calcula-

tion up to a certain order in ¥ in (5.5) will be very useful.
Unfortunately, we have not met such a situation until
now. As long as we confine ourselves to the calculations

up to second order in V, we come to know that the choice
of u;=1and pu,, =0 for m 22 gives much better results.

VI. EXPANSION UP TO SECOND ORDER

Hereafter we will consider the case of u;=1 and

i,, =0 for m >2. Up to second order in ¥, (3.13) is ex-
panded as

(U(B/2,0)0(0,—B/2) Yoc—

=(U,(8/2,0))0+(T,(0,—B/2)),

+¢0,(8/2,0)0,(0,—B/2))oc » ©6.1)

where U, is defined in (3.4) with m =1. The terms like

( (L}l (B/2,0)%) ¢ are zero, because these two ﬁl’s are un-
linked. By using the expansion form (B2) for ¥,, we can
prove the following equation for any operator A easily:

(W[ad(X)]1A)o=(A4),. (6.2)

Thus we can reduce the first term in (6.1) a

(0,(8/2,0))y={ W [ad(X)1T,(8/2,0)) o= B(V)O

(6.3)

To reach the final equation, we have used the identity
(C3). The same result is given for ( U (0, —B/2)),.

In order to get an expansion form of (4.5), we have to
expand Y through (3.6). If we write



3246 YASUTAMI TAKADA AND TAKAFUMI KITA 42

a(1)2

PNVIEPN )
PV (6.4) Y =U,(B/2,0°0~Y . (6.6)

2(2)
One might think that ¥ is zero, but actually it is not

we obtain zero. In the first term of (6.6), we consider only unlinked
diagrams by the construction of the trial density matrix
(3.1)-(3.4), but we have to include linked diagrams as
well in the second one. Thus we have to be very careful
about the link-unlink properties in the present formalism.
and With the use of (6.5) and (6.6), we have

|

~D
I

<0
~<z>

1 1
+_ —_
2! 3

A1)

Y =0,/2,0==["darv) (6.5)

f dt w[ead):( tad(f’)]i";:_ Br2

(Sl

V+ 1w [ad(X)]0, (/2,0 — 1W,[ad(X)] {T dr, [ PRlanVirpPis) |, 67

where we have employed the identities (C3) and (C4). If the two IL}’S are unlinked in the third term, the contribution is
just canceled by the counterdiagram in the second term. Thus we have to include only the connected diagrams in the
third term of (6.7) and need not consider the second term. Substituting (6.7) into (4.5), we have an expansion as

Tr{F(8,0)[ A — yN+B 1nF(B,0)])
Tr[F(BO
—(A—H,—V)o—B" <\1/0[adf’][ B/zd f’md BV V() [ Doe

o~ 2~ 2~ o

+(ﬁ.(B/Z,O)(ﬁ—HD—ﬁ))oc+<(H—H0—V)fJ 0, —B/2))oc +{ U, (B/2,0) B —H)U,(0,—B/2))oc -
(6.8)

Since the Hartree and the Fock terms are not included in the definition of IL}, the terms like ( U B/ 2,00 H -—ﬁ 0)oc
vanish.

Collecting terms in (6.1) and (6.8) and using (6.2) again, we obtain the following form for Q:

A oA

QUAI=00+ (B —H, o+ T,(8/2,00 8 —Hy— 7))o+ (A —Hy— V10,00, —B/2))oc

+( 0,872,008 —H)T,(0,—B/2))oc —B~ ' T,(B/2,0)T,(0, —B/2))oc

. B/2 B2, 3 &

T d dr,V(t))V(1,))0c - 6.9
B rfo T]fo TV (TVI(1) 20c (6.9)
It is not difficult to see that as T goes to zero, (6.9) ap- VII. EXPANSION UP TO FOURTH ORDER
proaches the expression (2.5) expanded up to second or- L der the third-ord It is cl b
der in V with A replaced by i— ,uﬁ g, =1, and p,, =0 et us consider the third-order terms. It 1s clear that

(3.13) does not give any contribution. We divide the con-

> ) :
for m 22. At high temperatures, i.e., when B is small, 4, 4i0n from (4.5) into three components:

the actual expansion parameter in (6.9) is easily seen to be \
BV /2. Since this parameter is small for small 3, (6.9) Q3= > ng 7.1
provides an accurate description for Q. =1

If we write U , in terms of V (6.9) can be reduced fur-

with
ther as

1 = A 2 2
PN OP'=—(U,(8/2,0%H—H,U,(0,—B/2))
Q[p1=0,+(H— Ho)o de(V WH—Hy—V))oc TR 0/Yy oc

1,2 A & 2
X . + (U, (B/2,00H~Hy)U,(0,—B/2)*)oc
+ [PPar, [ dr( Pl B—Hy) P (r,))oc 2
0 —B/2 (7.2)

) A

1 B B £ 2 S a allla
—ﬁw,fodrlfodTZV(mV(fz))OC. (6.10) Q;s):%wl(g/zo Wo[ad(X)]Y T,(0,—B/2))oc

. . . . (7.3)
This expression is more convenient than (6.9) for practi-

cal purposes. and
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(3) > s 2 1 Q(2)>
(013 "g};(‘l’o[ad(X ]Y >oc 3 2'2' —(¥ [ad(X) ad )]Y )OC+B 2’2' v [ad(X) ad(Y 1Y Doc
A ~ (1) a(l)  all)
+—B—§(\P2[ad (X);ad(Y ),ad(Y )]Y Doc
o _al2) o a(l)  all)
+E——(U [(B/2,0){¥ [ad(X)]Y +V¥[ad(X);ad(Y )Y })oc
21 PP 2~ All) A A
+.—3——27 {\Ilo[ad(X)]Y +‘I/1[ad(X);ad(Y )1Y }U(0,—B/2))oc - (7.4)
We cannot simplify (7.2) any further, but (7.3) is reduced to
0P =—(T,(B/2,007T,(0,—B/2))oc (7.5)

with the use of the identity (C3). Similarly, using an identity for ¥, as obtained for ¥, in (C4), we can rewrite Q% into

~ A3 A3 2 2(2) 2 ~(2) a(l)
Q- B ! Ly ad® ¥ -2 )>0C+%ﬁ<{ Tad(R);ad(F )]- ¥ [ad(XxadZ T e
2 A ~ll) a(2)  al(2) 2 1 2 A a2y 2(2)
+E§E<\I/‘[ad(X ad(Y )Y —Z ) B 2'(U 0)Wo[ad(X)NY —Z ))yc (7.6)
where 2 is defined by
A B/2 o ~ (1) 1 2@ 1 203)
Z=In [T,exp — drvir)||=2Z +ETZ +§'-Z + (7.7
The first term of (7.6) is transformed further as
A ~(3) ~(3) 1 ~(3) 1 2 A A A2) A
(‘llo[adX (¥ =2 Doc=—5(S >OC—5,2—,f’”d (PSS +8  P(1)ec
203) 2(2) 5 —p—ad(X) A
(S >oc_€<5 (e2aathrypylze 7 V>0C : (7.8)
ad(X)
-
alf)
where S ! is defined through (7.8) can be calculated in a similar way and the final form
R o 1. for Q¥ is obtained as
Texp | = [arVin) |=1+4 2 i‘S* .9 ,
9(33)= 8 <f~} lA ‘L} 1/\ IL}>oc
In deriving (7.8), we have used the following identities 2 ad(X) ad(X)
valid for any operators A and B:
_ 1 B B B 2 2 2
Flad(R)]A)y=( A)y | 7.10) = 3!B<T,f0 d'rlfodrzfodf3V(Tx)V(Tz)V(1'3)>oc .

and

)1B)oc={{g[—ad(X)]14}B)oe, (1.11)

provided that f(x) is analytic at x =0 with f(0)=
[Equation (6.2) is a special case of (7.10).] Other terms in
J

( Ag[ad(X

Q1=+ T(B/2,00A—HA)T(0, —B/2))oc — 5
%([?‘ (B/2,0)— U(B/2,0)1%,[ad(X)][5(0,—B/2)— T

2~

where U is defined in (3.3) and (3.4) with p,=1 and
i, =0 for m >2 and S is given by

§(7’,T’)=T,exp "‘ledT f}(r)

(7.14)

We have not confirmed yet whether (7.13) still applies

(7.12)

We can perform a similar reduction for the fourt})\-
order terms and find that at least up to forth order in v,
Q[ﬁ ] is provided faithfully by the following expression:

(0,—B/2)1oc > (7.13)

[

beyond fourth order, but we anticipate that (7.13) may be
a good approximate expression for () up to infinite order.

VIII. SUMMARY

The central result of this paper is (6.10) for the grand
potential Q. This is a direct extension of the EPX
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method in the two-body approximation'” to finite temper-
atures. Since at hi/gh temperatures the expansion param-

eter in (6.10) isABV/Z and is much smaller than that at

T=0 which is V divided by a suitable energy denomina-
tor, the two-body approximati/gn, i.e., the cutoff of the

series for Q at second order in ¥, becomes much more re-
liable at these temperatures compared to the case of
T=0. Thus it is almost certain that our present method
will provide a very precise temperature-dependent
exchange-correlation energy E,.(n,T) as a function of
the electron density # in the whole temperature region for
the electron gas, i.e., the system in which electrons are
confined in a uniform neutralizing background and in-
teract with one another through a Coulomb potential. In
fact, E . .(n,T) is a very important quantity in the finite-
temperature density-functional calculations.® We plan to
supply our results for E_ in the future.

Besides the electron gas, our method can be applied
successfully to any system at high temperatures. Of
course, at high enough temperatures, one needs not
resort to our method but to the usual perturbation-
theoretic approach and obtains the same results. Howev-
er, the point here is that with just the same labor to cal-
culate the terms in the usual perturbation series, one can
obtain the results valid in much wider applicable ranges
of both T and the strength of the bare potential, if one
employs our formalism. An example is given in the com-
panion paper.'? R

If we start with H, not describing the normal state but
some condensed state like superconductivity, we can nat-
urally obtain some type of a gap equation at a finite tem-
perature. By solving the gap equation, we can discuss the
many-body effects on the transition temperature. This is
another area to which we plan to apply our method.

IX. DISCUSSION

The many-body effects in many-electron systems are
usually separated into two, i.e., the exchange and the
correlation effects. The former is the consequence of the
Pauli exclusion principle. This principle is satisfied com-
pletely only when each direct term is accompanied by its
exchange partner. In the perturbation-theoretic ap-
proach, it is usually quite difficult to include all the direct
and the exchange terms on the equal footing, because
some partial sum is almost always necessary and in such
a partial sum the exchange terms are neglected or treated
quite roughly. In our method, the partial sum is done im-
plicitly by the choice of the effective potential. The direct
and the exchange diagrams are defined on the basis of
this effective potential. Thus, as far as the direct and ex-
change terms are included in pairs, the Pauli principle is
satisfied completely in our method, even if we cut the
series for () at some finite order in the effective potential.
As a byproduct of this procedure, the convergence of the
series is sometimes found to be very rapid, even though
each higher-order direct term itself is large. Such a case
occurs when the contribution of each direct term is al-
most cancelled by that of its exchange partner. Although
this situation imposes the so-called negative-spin problem
for the Monte Carlo methods® and is avoided, we wel-
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come such a case. In this sense, our method is comple-
mentary to the Monte Carlo ones.

The correlation effect in the metallic state is character-
ized by the change of the many-body wave function in the
Hilbert space in which there is a continuous spectrum of
the energy eigenvalues located without any energy gap
from the ground-state energy. In the correlation problem
of the continuous spectrum, the energy denominator
plays a very important role in the construction of the
wave function. Thus the theories” ! based on the Jas-
trow wave function® cannot be so accurate, because they
do not include the energy denominators in their formula-
tions from the beginning. In fact, quantities like the total
energy in which all the electrons participate may be cal-
culated rather well even by such theories, but quasi-
particle properties near the Fermi surface will not be
evaluated properly by them. The same criticism might
also be applied to the Monte Carlo methods,® because
they can treat only finite-number systems in which the
spectrum of the energy eigenvalues is discrete. On the
other hand, our method as well as the perturbation-
theoretic approach can study the correlation effect in the
continuous spectrum of excited states. In particular, our
method will provide well-balanced values for both the ex-
change and the correlation effects with their full com-
plexities from the weak- to at least the medium-coupling
regions.

An apparent disadvantage of our method to the
perturbation-theoretic approach is that we cannot take
an accurate account of low-lying collective modes, be-
cause such collective modes can be included either by an
explicit sum of some particular terms up to infinite order
or by the use of the frequency- as well as momentum-
dependent effective potential. At present, we have not
succeeded in either way. An example is given in the com-
panion paper'® in which we show that we cannot repro-
duce the contribution from the spin waves very accurate-
ly in the strong-coupling region, though we succeeded in
obtaining the correct behavior qualitatively. We need to
improve on our method in this direction.

Another direction to develop our method can be found
by the comparison of (6.10) with (5.5). As we have men-

tioned, the expansion parameter is BV /2 for (6.10) at

high temperatures, while for (5.5), it is ¥ which is worse.
Thus (6.10) gives a better result than (5.5) when we com-
pare the calculations up to second order in V. The reason
why the factor 2 appears in the former case is that in (3.2)
we have divided the interval (0,) into 2. If we divide the
interval into M instead of 2, we may expand with the ex-
pansion parameter BV /M. A systematic increase of M
will give progressively better results. Nevertheless, (5.5)
also seems to be very important and may provide a very
good starting point to include some particular terms up
to an infinite order for the description of collective
modes.

APPENDIX A: DERIVATION OF FORMULA 4.1)
Consider the function, defined by

gis,t)=exp[sf()], (A1)
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with
f(1)=In(e%e") (A2)
By taking the derivative with respect to s, we obtain
f(1)=g(s z)‘li’g%’l, (A3)

We also take the derivative with respect to ¢ and define
the function as

—1 aé\(s,t)

ar
By taking the difference between the derivative of (A3)

with respect to t and that of (A4) with respect to s, we ob-
tain

R(s,t)=§(s,t) (A4)

(AS)

With the initial condition %(0,7)
solved iteratively to give

=0, this equation is

P=h(1,0)=d[—ad( f)]df (A6)
with
_ % an*l—_ea_l
Pl= 3 L= (A7)

Therefore we have

§=Cb[—ad(f‘)] ¥=w[exF (A8)
in which WV is defined in (4.3).
Now we show
ead(f):ead(i')etad(}:’) ‘ (A9)

For the purpose, we note the following identities valid for
any operators ¥V and W:

(A10)

(A11)

With the use of (A10), (A11), and the definition for f* in
(A2), we have

-

expled T W]=elee™

:ej'exp[ezad(?)ﬁ/]efx

—exp[ ad(X) tad(}:’)fi/] . (A12)
Since (A12) holds for any W, (A9) should be valid. By
substituting (A9) into (A8) and mtegratmg both sides of

(A8) with the initial condition (0 =X, we obtain (4.1).

APPENDIX B: EXPRESSION FOR ¥,

With the definitions of (4.3) and (4.4), we readily obtain
the expression for ¥, as

~

W [ad(X)]=w[ex )= 34X (B1)
l_e*ad(xl

The expansion form
+1ad(R)+ 3Ky lad X)) (B2
p=1

is useful in the actual calculation, where K,, is the
coefficient of the 2pth-order term in the series

x o
i D L LA (B3)
p=1
Introducing
A1) =eadX)grad¥) , (B4)

we can derive the expression for \Pl[ad(f’ );ad( f’)] as

2 2 d A 1
d(X);ad(Y)]=—— |[InA4(1) =
¥, [ad(X );a ] 2 | = ],:0
= InA(0) L 2 !
— A0)—
+ 9440 AA(O) (BS)
dt 1=0 A(0)—1

With the use of (4.1), the term (d /dt)In A (t)|,—, is calcu-

lated as

%ln/i( D, —p= \Ilo[ad(ad)/? ))Jad( (¥)

=ad(¥,[ad(X)]Y) , (B6)

where the second equality can be derived through
Jacobi’s identity for any operator W:

[ad(X),ad(¥)]W =ad([X, Y)W . (B7)

Then we can rewrite (B5) as

W,[ad(X);ad( ¥)]= — W [ad(X)]ad( ¥)

1
ead(X)_l

+ad(V[ad(X)]T)———— .
l1—e —ad(X)
(B8)

We can perform a similar calculation for ¥, and the re-
sult is
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¥, [ad(X);ad(P), - - - ,ad(T)]= —
l_e'—ad(
n—1ln
" gl 121 § k'm b
—
ead(x’)
Here 2,,, is defined by
Jo=— (P (B10)

l_e—ad(X)

and the last summation is taken under the condition

(B11)

APPENDIX C: USEFUL IDENTITIES FOR ¥,

By the same method as is known well in the usual
perturbation-theoretic approach,' we can prove

S B/2 £ 2
Vo[ad X)) [~ [Par o |=-£7

2 B2 B/2 2 &
\Ilo[ad(X)][TTfo dﬁfo deV(Tl)V(TZ)—[

— [Parvin) ] |
0

+v, [ad()?);ad b

ad(w,,_l[adu? Ay, -

df/(
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,ad(Y)]Y)

2’"1 .'2’"/

ad(¥, _,[ad(X);ad(P), - - - ,ad(?)]T) . (B9)

—(B/2) Ay —puN+ f/) 5
e 0 eXT exp

— fOB/ZdT ﬁ(‘r) ] Ee’f'eé R
(C1)

where f are 2 are, respectively, defined in (3.5) and (7.7).
By taking the logarithm of (C1) and applying the Baker-
Campbell-Hausdorff formula (4.1), we obtain the identity

BA = ¥,[adX);ad(Z), - - ,ad(2)] 4
2 (n+1) z @

Expanding Z in the power of IQ/ and comparing terms or-
der by order in (C2), we have a series of identities:

(C3)

) (C4)

and so on. Note that these identities can also be proven directly by the integral of 7 with the use of the relation

f}(,r)ze ~Q2r/Bad X1
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