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The Hartree-Fock exchange energy is calculated for the spin-polarized electron gas at nonzero
temperatures. This calculation is done self-consistently in that the Hartree-Fock self-energy is in-
cluded self-consistently in the Fermi-Dirac occupation numbers while performing a coupling constant
integral. The internal energy and entropy are also considered. We calculate the first and second
derivatives of the exchange energy, internal energy, and entropy with respect to number density
and/or spin polarization density, which are used for calculations of response functions such as the
compressibility and polarization. One should have in mind that our exchange-only scheme using
the coupling-constant-integral formalism is different from the usual Hartree-Fock approximation at
nonzero temperatures and is indeed its self-consistent generalization.

I. INTRODUCTION

Electron-electron interactions play a central role in
metal physics, and the homogeneous electron gas'® is the
standard model in which to investigate these interactions.
The positive charges are spread uniformly throughout the
sample and the difficult problems are due to electron-
electron interactions. In this model, the direct Coulomb
energy becomes zero so that the net system is charge
neutral. The lowest level of approximation is therefore
to include only electron exchange, which is called the
Hartree-Fock approximation (HFA). In the approxima-
tion, the spin-polarized Hartree-Fock (HF) exchange en-
ergy is given by

1
Ey = 3, Z VqTlpoTlp+qo 1)
pac

where vy = 4me?/q? in three dimensions is spin indepen-
dent, v is the volume, and the spin index o is + for up
and down spin, respectively. At zero temperature, the
Fermi-Dirac occupation functions are np, = 0(k, — p),
a step function at a wave vector k., which corresponds
to the Fermi wave vector kr in the paramagnetic case.
That is, spin-up electrons occupy each one-electron level
with k < k4, and spin-down electrons, each with k < k_.
In the paramagnetic system, we do not have to consider
spins explicitly, which means that spin summations can
be replaced by a factor of 2 and k, becomes the Fermi
wave vector kr. Here, we wish to consider spins explic-
itly and evaluate the spin-polarized HF exchange energy
at nonzero temperatures.

The finite-temperature formalism of the local-density
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approximation was formally set up by Mermin? long
ago. Only a few generalizations have been reported so
far.3~7 Gupta and Rajagopal® proposed an exchange-only
scheme for the paramagnetic system, which was general-
ized in the self-consistent way by the present authors” (to
be referred to as HM). Kanhere et al.® extended calcu-
lations of Gupta and Rajagopal®* to the spin-polarized
case. Previously,” we evaluated the HF exchange energy
self-consistently by including the self-energy ¥, (p) in the
argument of the occupation numbers, while performing
a coupling constant integral.® ' We used the correct
Fermi-Dirac function F(p) = 1/{exp[BE(p)] + 1}, with
E(p) = ep+Z.(p) —u, where 8 = 1/kgT, ep = A%p%/2m,
and g is the chemical potential. A factor of 2 was multi-
plied where it was needed, instead of considering explicit
spin summations.

We wish to extend the previous works of HM to
the spin-polarized case.  This extension is, within
the exchange-only scheme, equivalent to extension of
works by Kanhere et al.,® using our coupling-constant-
integral formalism,” and also equivalent to generaliza-
tion of the zero-temperature formalism by Gunnarsson
and Lundqvist!! to the nonzero-temperature one. On the
other hand, it is worth noting that a Green function the-
ory of the itinerant spin-polarized electron gas at T' = 0
was published in Ref. 12, where the ground state and ex-
cited state properties of the spin-polarized HF electron
gas were studied in some detail. Rajagopal et al.'? also
studied a treatment of the integral equation of the vertex
function at T = 0, which includes the importance of the
correct self-energy. In a way, the present authors reexam-
ine this problem for T # 0. It is also worthwhile to note
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that Dandrea et al.'® studied the unpolarized electron
gas at any degeneracy for T # 0.

The aim of this paper is to generalize the previous
formalism of HM by considering spin expressions explic-
itly. Actually, Eq. (1) is the correct result only in the
first order of perturbation theory, so we wish to include
higher-order terms in the perturbation theory. To do
this, we express the spin-polarized HF exchange energy
Q. (n, s, T) as an integral over the coupling constant, with
the spin-dependent Fermi-Dirac function F, (p) including
the self-energy Y., (p) in its argument:

1
Fo(p) = BED 11 (2)
where E,(p) = €p + Z2o(P) — #o, o being the chem-
ical potential for spin o. Above, n is the number den-
sity and s is the spin-polarization density. In Sec. II,
the nonzero-temperature formalism calculating the ex-
change energy E.(n,s,T) and its derivatives with re-
spect to number density and/or spin-polarization den-
sity is developed. The internal energy, entropy, and their
derivatives with respect to density are also considered.
In Sec. III, some applications are considered in calcu-
lating the energies, potentials, and response functions
such as the compressibility and polarization. In Sec. IV,
the present work is summarized and our exchange-only
scheme using the coupling-constant-integral formalism is
compared with the usual HFA in the viewpoint of the ki-
netic part of the exchange-correlation energy, Ty.. In the
Appendixes, some comments are made on the chemical
potential and the Seitz theorem, and a simple general-
ization of Ty. to the nonzero-temperature case is also
discussed.

II. THEORY: TEMPERATURE DEPENDENCE
OF THE SPIN-POLARIZED HFA

We consider a homogeneous spin-polarized electron gas
without external potential. The Hartree potential of elec-
tron gas is canceled by charge neutrality. In this pa-
per, we consider only exchange effects, neglecting cor-
relation processes. To include correctly the lowest or-
der and all higher-order diagrams with electron exchange
effects, we use the self-consistent Hartree-Fock approx-
imation in which the HF exchange energy per volume
E.(n,s,T) = Q.(n,s,T)/v is given by an integral over
the coupling constant 7:

'I’L S, T ZEa:a(na, ) (3)

Faelno, 1) = ZBV 2 /

P,iPn

Yoo (n, P)g(w)(m ), (4)

where n is the number density,

k3, K2 k3
= Al = = )

and s is the spin-polarization density, which will be de-
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fined below, and gc(,‘”) is the fully dressed Matsubara
Green’s function with the exchange self-energy ¥.,, o
being + for up and down spin,

- _ 1
g((’ )(77,17) - 'p - [Ep + 226(7771)) - .U'o'} ’ (6)
Leo(n,P) ﬁ D mpkGS (0, k). (7

k,ik,

The decoupling of up- and down-spin components comes
from the fact that bare (unscreened) Coulomb interac-
tions vq = 4me?/q* are independent of spin.

If we assumed that every occupied one-electron level
would be occupied by two electrons of opposite spin, it
would give the previous results of HM for the param-
agnetic case.” A more general possibility, leading to a
net spin imbalance, would be to fill each one-electron
level with k < k4 with spin-up electrons, and each with
k < k_ with spin-down electrons. In that case, the sys-
tem would have a nonvanishing magnetization density,

M = —gup(ny —n_), (8)

where g ~ 2 is the electron g factor, and pp is the
usual Bohr magneton. For convenience, we define the
spin-polarization density s, and the ratio ¢ of the spin-
polarization density to the number density:

Ck3 S A
e = e T =t ©)

and then we obtain

n,:%(n—f—a’s):g(l—f—a(). (10)

Due to spins’ decoupling, the formalism below is al-
most the same as in the previous paper by HM, ex-
cept for the spin index. That is, if the spin index o
is dropped out for spin components considered, almost
all formulas are the same as the previous ones. For ex-
ample, dropping o out in Egs. (6) and (7) directly gives
the paramagnetic Green’s function and self-energy. Since
the exchange self-energy [Eq. (7)] does not depend upon
the energy variable ip,,, the frequency summation of the

Green’s function G5 just gives the occupation number
F,(n,p) = 1/{exp[BEs(n,p)] + 1}. Then,

w2

_/(2 ) T’Uka (77’ )
_776 e kdk 1 |p+k'

E.o(n,,T) = o (1,P)Fo (1, P), (11)

Yo (77’ P) =

= ——ﬂ_p A eGa("ka) T 1 n p— k 9 (12)
Ga('r]a k) = ﬂEa(ﬂ, ) = ﬂ[ek + Ema("]’ k) - Ho’]a (13)
h2k2 _ ne‘ks 2k,
= 1 14
o= 5 + 4o, (14)
h2k2
0o __ o

Here, p is a sort of the Fermi energy corresponding to
k,, —nme?k, /7 is zero-temperature shift in the chemical
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potential, due to the exchange self-energy of spin o, and
415 is nonzero temperature deviation in the chemical po-
tential. Note that Eqgs. (12) and (13) provide the self-
consistent equations for ¥,,, G, and F,.1415

We introduce the reduced inverse temperature £ (or
the reduced temperature t) and the reduced radius a:

0

_#F
£= L=t (16)
1 Ts Ts
T Tapks  (4/974)173 T 6.029° (17)

where ap is the Bohr radius, and r, is an effective radius,
which comes from n~! = 4n(rsag)3/3. Thus, a (or r,)
is small for a high-density electron gas and large for a
low-density one. For the spin-polarized system, we need
more parameters:

0
ud
éa———

e =t (18)
1
Qe = p—— (19)

From Egs. (5) and (9), we obtain the relations

ky = kp(1+ a¢)/3, (20)
a, = a(l+a¢)"1/3, (21)
& = E(1+ ()3 (22)

Scaling all momenta by k., we obtain

Go(n,y) = BEs(n,y) = Gio(n,y) + G2o(n,y),  (23)
Gio(n,y) = B(ex — to) = €o910(MY) — o, (24)
910(n,y) = ¥* — 1 + 2na,, (25)

ao = Eobpo /1Y, (26)
G20 (1Y) = BEe0(n,y) = 20és0925(1,Y), (27)
920(m,y) = —5 /oo eca(”f,fiﬁ 1 111‘?:5 : (28)

The corrections of the chemical potential §u,, are deter-
mined by the number conservation n = 1 3", F,(n,k),
and the fixed value of the spin-polarization density s =
LS «(F+ — F_), which give the following condition for
each spin o:

/ z?dzF,(n,z) = 1 (29)
O 3

Given n and T, we wish to calculate the HF ex-
change energy and its derivatives with respect to den-
sity, when varying the value of s (i.e., ¢). By tak-
ing derivatives of E;(n,s,T) with respect to density, we
define the exchange potential V,(n,s,T), the “interac-
tion function” K,(n,s,T), etc., and their corresponding
spin components, which appear in the calculation of re-
sponse functions.316 Following Ref. 16, in which the spin-
density-functional (SDF) formalism is given, we obtain'”
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Ve(n,s, T) = aE—”?_T’;f’_m - %;i@%‘:aﬂ
= —;' Z Voo (e, T')
) (30)
W (n,s,T) = W _ %;agﬁ%:,l’)
= %ZaVza(ng,T)
) (31)
2
K.(n,s,T) = LEEé_%iT_) Z d? Ez;',(;m T)
=3 ZKW(na,T
) (32)
GM(n,s,T) = % =3 Z d? Ew;(;mT)
= ZaKw(n,,T
) (33)
Giz_z(n, s, T) = w = % oVio (10, T),
(34)

where the spin components will be useful below in ex-
pressing the formalism of response functions. For the spin
components Egq(ng,T), Veo(ne,T), and Kyo(no,T),
we consider the normalized quantities to their zero-
temperature values. For E . (ny,T), we have

7~ E:z:cr no,T)
Eoo(no,ts) = m
1 oo
= —2/ dn/ dyy’ 920 (0, y)Fo(n,9), (35)
0 0
E.0(ns,0) = —3e2kony /4T = —e?k2 /873, (36)

Note that the integral Ew(na,ta) depends on the spin
density n, only through £, = t;!. We may write down
Eza(nayta) == Ea:o- (éa), and then

Vao (10, 0) = ~(¢/m) 67°n,) 7, (39)
Roo(no,ts) = %

s s S

Kao(ng,0) = =(¢2/3m) (6m%)!/*n /2. (10)
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Note that the procedure to obtain Ema(na,ta),
an(n,,t,), and I?z,(ng,t,) is exactly the same as that
to obtain E,(n, t), V, 1% - (n,t) and K, (n, t) in the previous
paper by HM, with only changes ofn — n,, { =&y —
a,. That is, the behaviors of Ew(n,, ts), ,_.,(na, o)
and Kw(no, ») are exactly the same as those of cor-
responding functions 1n Fig. 1 of Ref. 7. The normal-
ized functions Ew, Vw, and Kw are shown for a=0.5
(rs=3.01) in Fig. 1(a). If t, and n, are replaced by t and
n, respectively, the normalized functions are the same as
those in the paramagnetic case. They range over 0 to ~2;
Ew and 172,, decrease from their zero-temperature val-
ues, while K zo increases from its zero-temperature value,
goes through a bump, and then decreases with increasing
to.

In summary, for given n, s, and T, we can obtain
¢, ko, @y, and &, for each spin 0. With a,, &, we

function

4.0

2.0

Normalized

FIG. 1. Plot of the normalized energy and its first and sec-
ond derivatives as a function of ¢,. (a) For exchange energy,
Ezo(no,ts) (circle), Veo(nes,ts) (square), and Keo(ng,ts)
(diamond) are shown for a=0.5 (r;=3.01). (b) For the ki-
netic part: plot of ﬁo‘,(no,to) (circle), ﬁ;,(n,,t,) (square),
and Koo (no, to) (diamond). The two functions marked by cir-
cle and square in (b) increase, and Ko, decreases from their
zero-temperature values at increasing ¢t,. (c¢) For the entropy
part: plot of §w(n,, to) (circle), V,,(n,,ta) (square), and
I?so’(’na,ta) (diamond).
cle and square in (c) decrease, and K., increases from their
zero-temperature values at increasing t,. Note that the nor-
malized functions for the kinetic and entropy parts are inde-
pendent of a. It is worth noting that the normalized functions
of the noninteracting free energy part, especially those of the
entropy part become dominant as temperature increases.

The two functions marked by cir-
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obtain spin components Ew, I7w, and K,o. By sum-
ming over spin, E,(n,s,T), Vs(n,s,T),..., G:(:"JZ (n,s,T)
are obtained through Egs. (3), (30),..., (34), respectively.

To investigate some properties in the next section, we
need to consider the noninteracting thermodynamic po-
tential Qo(n,s,T):

Qo(n, S,T) = ZQOU(nayT), (41)
QOU(”O’, T) = an (TL(,,T) - NO - TSOU(nlﬂ T)’ (42)
where Uy, = EpNpo is the internal energy which is the

kinetic energy fgr the noninteracting system, and Sy, is
the entropy,

Soo = —kB ¥ _[Mpo Innpy + (1 — npo) In(1 — np,)]. (43)
P

Note that p, in Eq. (42) is the chemical potential given
in Eq. (14), not that of the noninteracting case. See
Appendix A for discussions on the chemical potential.

First consider the internal energy per volume
Uo(n,s,T) = Up(n, s,T)/v. For each spin component we
define the normalized quantity to its zero-temperature
value Upo (1o, 0) = 3uln, /5,

=5 an(’na, T)
UOo (nc,ta) = U—Oa—(_'fr / fa(.’L‘ T d:L‘, (44)
1
fo(z) = Py (45)
ag = &6p3 /1, (46)

where 642 is the nonzero-temperature deviation in the
chemical potential for the noninteracting system, and is
determined by the similar condition to (29),

/0 ~ 2tdaf, (z) = % (47)

Similarly, we consider Vp,(n,,T) and Koo(ns,T),
which are the first and second derivatives of Ug,(n,,T)
with respect to density, and define the normalized quan-
tities %a(na,ta) and I?OU(no,to) of Voo(ns,T) and
Kos(no,T) to Voo(ns,0) = pl and Koo(n,,0) =
2u8 /3n,, respectively:

- ~ 26, dUp,

VOa(noata') = UOo’ + % dﬁ?y ) (48)
- S 98, dUy 262 d2Up,
KOa(noata’) = Ups + ¢ 5 50 . . (49)

5 dé, 5 dg2
The normalized functions for the internal energy are
shown in Fig. 1(b). The functions Up, (circle) and
Voo (square) increase from their zero-temperature values,
while I?o¢7 (diamond) decreases, at increasing t,. They
are about of range over 0-6 for given t,. Compared to
Fig. 1(a), Voo and Ko, are larger in magnitude than cor-
responding functions in the exchange part. Note that the
ratio of the exchange part to the noninteracting part is
about a. This ratio appears later in Egs. (52), (53), (72),
and (77).

If we set S,;o(no, T) = —T'So,/v, all formulas for the
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entropy part are the same as those for the internal energy
with the replacement of Ugy (15, ts) by Sso(ne,ts),

gw(na,t,,) = 5% /000 z?dz{f,(z) In f, ()
+[1 = fo(=)]In[1 — fo(2)]}. (50)

That is, 17,_,0, I?w are OPtained by substitution of (70, in
Eqgs. (48), (49), with S,,. Note that the entropy part
is normalized to the same normalizing factors as in the
internal part. The normalized functions for the entropy
part are shown in Fig. 1(c). The functions &,, (circle)
and ‘736 (square) decrease from their zero-temperature
values, while I?w (diamond) increases at t,. They are
about of range over —15 to 10 for given t,. Comparing
the behaviors of (a), (b), and (c) in Fig. 1, we see that the
normalized functions of the noninteracting free energy,
especially those of the entropy part become dominant as
temperature increases.

Note that all functions marked by “hat” [e.g.,
Ew(na,t,), ﬁOG(no,ta), etc.] except those for the en-
tropy part, become 1 at the zero-temperature limit, while
the hat functions for the entropy part become zero at the
same limit.

III. APPLICATIONS
A. Energies

Consider the energies and potentials in the spin-
polarized case. Using the results of the previous section,
we obtain the total free energy per volume F,(n,s,T):

Fo(n,s,T) =Uy(n,s,T) + Ss(n,s,T) + Ex(n,s,T).
(51)
With Up(n,0) = 3u®n/5, which is the internal energy
for ( = 0 at T = 0, we obtain the normalized free energy,

Fu(n,s,T) _ 1

Us(n,0) 2 > [(1 +0¢)*3(Too + Sso)

—%ﬁr+wﬁ“&4,(m>

which at zero temperature reduces to the well-known ex-
pression,

Fu(n,s,0) 1 o 5a e
THmf_igk“”o/ (1400

(53)

Note that 8, in Eq. (52) has a factor of (1 4 0¢)~2/3
through &1, as shown in Eq. (50). For a=0.5 (r, =
3.01), Fig. 2 shows the normalized free energy (solid line)
[Eq. (52)], the internal energy plus entropy part (dotted
line), and the exchange energy (dot-dashed line) at t=0.0
(no symbol), 0.25 (circle), 0.5 (square), and 1.0 (dia-
mond), respectively. Due to the entropy part, the dotted
lines are changed very much compared to the dot-dashed
lines as temperature increases. For a=0.5, we see that
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for given temperatures the paramagnetic state ({ = 0)
always has the lowest energy.

It is well known that the HF electron gas with un-
screened Coulomb interactions exhibits a ferromagnetic
(¢ = 1) instability for r, = 5.45 at zero temperature,
originally discovered by Bloch!® in 1929. Partial polar-
izations (0 < ¢ < 1) were states of maxima. In con-
nection with this fact, Fig. 2 implies that if temperature
increases, we need a larger value of r, for ferromagnetic
instability or partially polarized state. Actually, given r,
larger than r, = 5.45, there is a temperature T, above
which the paramagnetic state has the lowest energy. Be-
tween T = 0 and T, there is a partially-polarized state
or a ferromagnetic state, which is minimum in energy,
given T. This ferromagnetic theory of the electron gas
using our self-consistent formalism will be studied in de-
tail elsewhere.!?

It is crucial that one understand ferromagnetic insta-
bility and the associated spin-wave properties of the sys-
tem in the nonzero T' case.?® Following the SDF formal-
ism, the transverse spin susceptibility x4 (g,w) is given
bylﬁ

(@) X (g, 0) (54)
X+-\q,w) = )
1- (ZWz/S)XSS—)— (q’w)
(0) _ d*k Np+ — Np+q—
xi- (@) = @ R = () +E-(pra) OO
with
E (k) = Bk?/2m + V, + o W,. (56)

Note that G(:J)_ = W,/s, and that the spin waves are
given by

2.0

Energy

0.0 0.2 0.4 0.6 0.8 1.0

g

FIG. 2. Plot of the normalized free energy [Eq. (52)] of the
spin-polarized electron gas as a function of { at t=0.0 (no
symbol), 0.25 (circle), 0.5 (square), and 1.0 (diamond) for
a=0.5 (r;=3.01). The total free energy (solid line) consists of
the internal energy, entropy part, and exchange energy. The
internal energy plus the entropy part are represented by dot-
ted lines, and the exchange energy, by dot-dashed lines. For
example, the solid line with circles represent the normalized
free energy at t=0.25.
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. . _ dn@e(n(r)] — ~
2G£:2_|)_XS-O-)— (g,w) =1, (57)  paramagnetic case: v*¢ = n ';n(f)" 2D = e,

which has the property that for ¢ = 0, w = 0. From
Eq. (57), we obtain the spin-wave dispersion to be of the
form

hwsw = D1p(¢)(a/kF)?, (58)
where
Rk} 1 (14 ¢)%3Uoy — (1— )3T
Dyp = -

2m¢ | Ba (L4 Oy — (1= (0|

(59)

At zero temperature, this expression reduces to that of
Rajagopal,’® and Callaway and Wang,2?® who showed
that the spin waves are stable for 5a > 2%/3 (i.e.,
r5 > 3.039) for ferromagnetic ({ = 1) case.

This zero-temperature result should be compared with
previous results by Rajagopal: For the ferromagnetic
(¢=1) state, spin waves are stable (i) for r, > 5.3447,1%2!
and (ii) for r, > 5.4699.2! The first case was obtained
by taking three terms in a series solution for the ver-
tex function related to the transverse spin susceptibil-
ity. Taking four and five terms gives r, > 5.4106 and
r, > 5.4416, respectively, for the stability of the spin
wave.2! The second one was obtained by solving the
same vertex equation by a variational method. The sec-
ond result is compatible with Herring’s result,?? which is
hwsw ~ (h%g?/2m)(1 — 5.485/r,), in the sense that both
results give the instability of the spin wave for the HF
electron gas at r, = 5.45, which was considered hints of
the spin-density wave?3 state in the HFA.2! In the view-
point of previous results,'?21723 the present result (59)
seems to be rather questionable even at T = 0, even
though it was obtained by following a quite exact SDF
theory.1€

On the other hand, if we assume Eq. (59) to be correct,
we can obtain Dip for T # 0 by evaluating [70, and
VM. For values the same as or close to {( = 1, we may
expect that since [70+ is larger than 17;+ for given T' # 0
[see Figs. 1 (a),(b)], the spin waves become stable for
values larger than r, = 3.039 + 4, being § > 0. This
argument is valid as long as states close to ( = 1 have
the lowest energy. This is related to the fact that as
temperature increases r, should be larger than 5.45 to
obtain the ferromagnetic instability.

B. Potentials

In the local-spin-density approximation, the potentials
are defined by

xe _ On(r)e™(n(r), ()] _ e

Yo = Ang(r) o

(60)

where £*° is the exchange-correlation energy per particle
of the homogeneous spin-polarized electron gas and px° is
its corresponding contribution to the chemical potential.
The expression (60) is the generalization of that for the

Considering exchange effects only and noting the rela-
tion ne®(n,() = Ex(n,s,T) =), Ezo(no,T), we obtain

B[nez(n,C)] — dEa:a(naaT) —

Vo (ne, T) = g5 (T).

ong dng
(61)
Similarly, we define for the noninteracting case
[nu’(n,()]  dUoo(no,T) _
. = dn. = Voo (10, T), (62)
8[nu’(n, ()] _ dS;(ns,T)
ana - dna - I/sa (nt77 T)’ (63)

where u® and u® are the internal energy and entropy per
particle of the spin-polarized electron gas, respectively,
and let 2 (T) be their contribution to the chemical po-
tential:

7(T) = Voo (ne, T) + Vi (10, T). (64)

Two equations (61) and (64) are saying nothing but
the Seitz theorem.! The Seitz theorem says that

d(nE
= YnEn)

an (65)

where Ey is the ground-state energy per particle at zero
temperature and is generalized to the free energy per
particle Fy = F, /n at nonzero temperatures.

We check the Seitz theorem to see if our formalism
meets self-consistency. Since generalization to the spin-
polarized case is straightforward, consider the param-
agnetic case without loss of generality. For the nonin-
teracting electron gas at nonzero temperatures, we can
determine the chemical potential uo(T) = u® + 6u°,
by considering the paramagnetic version of Eq. (47):
Js° f(z)z?de = 1/3, where f(z) is the paramagnetic
noninteracting occupation number. Here, u° is the Fermi
energy and 6u° is its nonzero-temperature deviation.
By the Seitz theorem, po(T) should be the same as
w°(T) = Vo(n,T) + V,(n,T), where Vp, V, are obtained
by differentiating the paramagnetic internal energy and
entropy part per volume with respect to density, respec-
tively. Normalizing both sides of uo(T) = u°(T) by u°,
we obtain

1+a0/£=170(n,t)+173(n,t), (66)

where a® = £6u°/1°, and V, and V, are normalized quan-
tities corresponding to Vp and V,, respectively.

This result is rather trivial and shown in Fig. 3(a). For
the interacting electron gas with exchange effects, we can
also determine the chemical potential u(T) = po(T) +
pz(T), with n = 1, through the number conservation:
n=23% F(n=1,p)/v,ie.,

/ 2?dzF(n=1,z) = +. (67)
0 3

Note that 77 should be 1 because the Seitz theorem relates
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FIG. 3. Plot of testifying the Seitz theorem for the para-
magnetic case. All the quantities are shown as a function of
t = 1/¢. (a) For the noninteracting case, Vo +V, and 1+a°/¢
are shown to be exactly the same (bold solid line). For com-
parison, a° (light solid line), Vo (dotted), and v, (dashed) are
also shown. (b) For the interacting case with exchange effects,
V.and 1—a® /2a€ are also exactly the same (bold solid line)
for a=0.5 (r,=3.01). Here a® (light solid line), a (dotted),
a® (dashed), and 1 — a/2af (dot-dashed) are also given for
comparison.

the chemical potential p for the fully interacting (n = 1)
electron gas and the total free energy F,.

From our calculations, we just determine a = &8u/u°,
where §pu is the total nonzero-temperature deviation in
the chemical potential. Consider the decompositions
ue(T) = p® + 6p®, where p*=—e?kp/m, and dp =
6u® + 6p®. Thus, we obtain for du=,

Su® = 6p — 8u°, ie, a®=a—a° (68)
where a® = £5u®/u®. Again, by the Seitz theorem, the
relation

a® =
1-— af = Vz(n,t) (69)

should be satisfied, where Vz is obtained by normalizing
Ve (n,T) by Vz(n,0) = pu®. Vi(n,T) is the first derivative
of the HF exchange energy E,(n,T) with respect to n in
the paramagnetic case. It is worthwhile to note that the
left-hand sides of Eqgs. (66) and (69) come from the num-
ber conservation, and the right-hand sides of them, from
the Seitz theorem. For more discussions on the chemical
potential and the Seitz theorem, see Appendix A. For
illustration, the results for a=0.5 (r,=3.01) are shown in
Fig. 3(b). Equation (69) is of course satisfied for other
values of a.

The normalized potentials g% (T) for the exchange en-
ergy are obtained from V,,(ns,T),
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Veo ('na'a T)

V-(n0) =(1+00)Y*V,0(n0,t,), (70)

po(T) =
where f/\'w(na,ta) is obtained by Eq. (37). Note that
Voo (ne,ts) can be also obtained by the spin-polarized
version of Eq. (69): 1 — a%/2a,&, = Vz,(nmta), where
aZ = ay—al, with a, in Eq. (26) and a2 in Eq. (46). Sim-
ilarly, the potentials 1%(T) for the noninteracting part
are obtained from Eq. (64),

‘/Od(nay T) + ‘/sa(na, T)
Vo(n,0)

1+ 00?2 Voo (Nor to) + Ve (na, ts)],  (71)

fio(T) =

where Vy(n,0) = u® is the Fermi energy. Similarly to
Eq. (66), it is also satisfied that 1+a2 /¢, = ng(na, to)+
Voo (M ).

Figure 4 shows the potentials (a) pZ(T) for a=0.5
(rs=3.01), and (b) #2(T). In both Figs. 4(a) and (b), the
solid and dashed lines represent spin-up and spin-down
components, respectively, for t=0 (no symbol), t=0.25
(circle), t=0.5 (square), and t=1.0 (diamond). Due to
temperature effects, the potentials become smaller as
temperature increases. The potentials gZ(T') are always
positive. However, at nonzero temperatures, 1% (T') be-
comes negative as { increases and goes to —oo as ¢ — 1.

1.5 T T ™ T

FIG. 4. (a) The exchange potentials uZ(T) for a=0.5
(rs=3.01), and (b) the potentials z2(T") of the noniteract-
ing part as a function of ¢ are shown at t=0.0 (no symbol),
0.25 (circle), 0.5 (square), and 1.0 (diamond). In both (a)
and (b), solid lines represent spin-up components and dashed
lines, spin-down components. The behaviors of g% and 13
are similar, but note the difference between = and 1°; at
nonzero temperatures, 1’ goes to —oo as ( — 1, while g% is
Oat { =1.
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[In fact, the quantity ‘7,,, (no,ts) becomes —oo0 as ( — 1.]
Compare this behavior with that of 4* (T'), which is 0 at
¢=1.

This singular behavior in 7% (T') is related to the fact
that the fraction of spin-down component n_ reduces to
zero as ( — 1: That is, in the noninteracting Fermi-Dirac
function f, [Eq. (45)], the effective temperature t, = ;!
becomes very large and thus the chemical potential p2
becomes negative and very much smaller than —kgT,
which corresponds to the classical limit; the Fermi-Dirac
function f, reduces to the usual Maxwell-Boltzmann ex-
pression.

If we define the normalized total potentials as fi, (T') =
[12(T) + % (T)]/®, we obtain

fio(T) = fig(T) — 20ig(T). (72)

From Fig. 4, we can deduce that for the spin-down com-
ponent fi_(T), effects of the noninteracting part are man-
ifest as temperature increases, especially at large (.

C. Compressibility

The pressure P is defined as the rate of change in F
with volume at constant N. The inverse compressibility
is the rate of change of P under the same conditions:!

(%) -

1., (%)Nznz‘ﬂ%;ﬁ’—), (74)

where FE is the total ground-state energy of the system
at zero temperature. At nonzero temperatures, this is
generalized to represent the total free energy F = vF,,
where F = F, + F_. Then, the inverse compressibility
at constant magnetization M = N( can be expressed as

1 Ld¥F) 2 *(Fuo)
K " T Zn” dn2 ’ (75)
from which we obtain
1
f]\—; = Zn?y(KOU + Ko + K:va)a (76)
K 1 ~ ~
EF; =5 2 [0+ 00 (Koo + K,o)

—a(]. + UC)4/3}?130]9 (77)

where Kp = 3/(2u%n) is the compressibility of the non-
interacting gas at zero temperature.

The results for the compressibility are shown in Fig. 5
at ¢=0.0 (no symbol), 0.25 (circle), 0.5 (square), and
1.0 (diamond) for a=0.5 (r,=3.01). Solid lines repre-
sent contributions from the total free energy, and dotted
lines, those from the noninteracting part, while dashed
lines represent exchange effects. Due to entropy effects
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[72]
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FIG. 5. The compressibility at constant magnetization at
t=0.0 (no symbol), 0.25 (circle), 0.5 (square), and 1.0 (dia-
mond) for a=0.5 (r,=3.01). Solid lines represent contribu-
tions from the total free energy, and dotted lines, those from
the noninteracting free energy, while dot-dashed lines repre-
sent only exchange effects. Note that contributions from the
exchange energy are similar in magnitude for three ¢ values,
but those from the noninteracting part show big differences
due to entropy effects.

as in Fig. 2, the compressibility from the noninteract-
ing free energy is changed very much as temperature in-
creases, while contributions from the exchange energy are
not changed much.

D. Polarization

Consider the polarization P(g), which consists of two
contributions from each spin:

P(q) = Py(q) + P-(9). (78)
In the long-wavelength limit, the compressibility sum
rule!?4 says
on
P0)=——
© = -3, (79)
on,
P,(0) o (80)

Within the HFA, differentiating Eq. (14) for u,, with
respect to n, = k3 /672, we obtain

—Poc
Ppy(0)= ——MM———,
O = 1o (81)
3n, 1 1/3
Poc = m = Ep()(l + UC) / 9 (82)
and thus
1 (14 0¢)/3
P.(0) = —= _—
(0) 2p0;1—aa+3&,aor (83)
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where po, is the noninteracting density of states for
spin o, corresponding to po = 3n/2u° and O¢,a, is the
nonzero-temperature contribution, which for given ¢ is
determined by the derivative, with respect to &, of the
number conservation (29) when n=1:

/ z2dzd;, F,(n=1,z) = 0. (84)
0

For the noninteracting case, the second term in the de-
nominator of Eq. (83) vanishes and the third one becomes
O¢, a2, because there is no exchange effect. For the para-
magnetic case, Eq. (83) reduces to

- _ P
P (0) = 1—a+ 8ea

= _Tspoﬁz: (0)7 (85)
where O¢a is determined by the derivative of Eq. (67)
with respect to €.

For comparison, we consider the following formulas:!!

P(g) = (1 +C)"'P"(q), (86)
P°(g) = (P, PY), (87)
Coor = ~BO I (88)

where P? is the polarization for spin o for the random-
phase approximation. If only exchange effects are consid-
ered, the matrix C' becomes diagonal because only elec-
trons with the same spin can be exchanged. Noting the

relation Ko (1, T) = b, , we obtain

n,
B P(9)

(89)

which becomes in the long-wavelength limit for the para-
magnetic case

PO

PO = —prmry

(90)
Using the relations I?w = Koo (1o, T)/Kgo(no,0) and
P2(0) = —pooho(ts), where h,(t,) = Jo° dzf,(z), the
above formula (89) in the long-wavelength limit reduces
to
1 (1+ 00 ko (to)
27 1 — ahy(te)Keo /(14 a()1/3

(91)

On the other hand, we consider the polarization within
conserving approximations.?* 28 The spin-polarized case
is a straightforward generalization of the paramagnetic
one in Ref. 25. Thus, we obtain

PE(O) = - Z’YUPOO" (92)

o 2
— y?dyl's(y)
Yo =& /0 1+ coshG,(y)’ (93)
_ asés [ ydyl',(y) z+y
To(@) =1+ z /0 1 + cosh G, (y) In z—y|’ (94)
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where G,(y) is simply obtained by setting n = 1 in
Eqgs. (23)—(28). It is worthwhile to note works of Ra-
jagopal et al.,'? where derivations of all relevant response
functions expressed in terms of appropriate vertex func-
tions and the associated integral equations for the vertex
functions were given. A careful comparison shows that
our formalism in conserving approximations can also be
obtained by considering a special case of their formalism,
i.e., the Hartree-Fock case with unscreened potential.

If a screening parameter A(q) is defined by €(q) = 1 +
A%(q)/q?, i.e., A%(q) = —4me®P(q), there is a relation!!
between A(0) and Kp, the compressibility at constant
magnetic field B,

[A(0)/qrr]* = KB/KF, (95)

where grp is the Thomas-Fermi wave vector and Kr is
defined earlier. Thus, if we calculate the polarization, the

0.8 T T T

o
=N

Polarization
) =)
o IS

o
o2

e
=)

g
=}

Polarization P (0)/(-p,)

s L . L 1

o
)

0.2 0.4 0.6 0.8 1.0

4

FIG. 6. Plot of polarizations for (a) the paramagnetic case
and (b) the spin-polarized one. (a) Normalized polarizations
P:(0)/(—7spo) as a function of t for the paramagnetic case
for =0.5 (r,=3.01). Three results are exactly the same. The
solid lines are the results of ﬁI(O) in Eq. (85), while the filled
circles and open squares are the same as Xp(n,t) and ﬁz(O)
in Refs. 7 and 25, respectively. (b) Polarizations P-(0)/(—po)
for the spin-polarized system for a=0.5. The dashed lines
are for t=0.0 (no symbol), which show a divergence around
¢ ~ 0.87. The open and filled circles correspond to ¢t=0.2 and
0.25, respectively. Squares and diamonds represent results for
t=0.5 and 1.0. The polarizations are obtained by three meth-
ods explained in text. These three results are of course the
same as in the paramagnetic case. For simplicity, they are
represented as one symbol. The results for nonzero temper-
atures do not show any divergence, which means that there
is a point, between ¢=0.0 and 0.2, above which the negative
screening disappears.

e
S
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compressibility Kpg can be automatically obtained using
Eq. (95).

Figure 6 shows results for (a) the paramagnetic and
(b) spin-polarized cases. For a=0.5 (r, = 3.01), the
polarization P,(0) in Eq. (85) is shown as a solid line
in Fig. 6(a), where two other results (filled circle and
open square with no line) from the previous works” 2
are also shown for comparison. Three results are exactly
the same. The filled circles are nothing but Eq. (90),
which is the same as the long-wavelength limit of the
formula x,(n,t)/(—g*u%) = xo/[1 — Kz(n, T)xo] used in
Ref. 7. There, we evaluated normalized quantity Xp(n,t),
which is shown here as filled circles. Open squares are
the results obtained for the paramagnetic case by con-
serving approximations, where the vertex functions are
solved self-consistently by iterations and used to obtain
the polarization.2® The results (open square and filled cir-
cle) by the latter two methods have been already shown
in Fig. 3 of Ref. 25, where the polarizations for other «
values (=0.1, 0.3, 0.7, 0.8 and 0.9) were also calculated.
Since for the paramagnetic case, polarizations obtained
by three methods are exactly the same [see Fig. 6 (a)],
this sameness is also expected for the spin-polarized case.

Now consider polarizations for the spin-polarized sys-
tem, which are shown in Fig. 6(b). The dashed lines
represent zero-temperature result, and the nonzero-
temperature results for a=0.5 (r,=3.01) are shown at
t=0.2 (open circle), t=0.25 (filled circle), 0.5 (square),
and 1.0 (diamond). They were evaluated by three differ-
ent methods; (i) using Eq. (83), (ii) using Eq. (91), and
(iii) from conserving approximations [Egs. (92)—(94)].
These three methods yield the same results as in the
paramagnetic case, which are represented as one symbol.

In Fig. 6(b), note a divergence and negative polariza-
tions over a region of ( ~ 0.87 at zero temperature, which
would give a negative screening.3%:3! However, this neg-
ative screening would be considered unphysical, because
when correlation effects are considered there is no sign
of negative screening.''32 On the other hand, the results
for nonzero temperatures may indicate that as tempera-
ture increases the negative screening seems to disappear,
and that there is a temperature point, between t=0 and
0.2, above which the negative screening disappear. The
negative polarization region is replaced by a peak at in-
creasing t, and finally the peak smooths out.

IV. SUMMARY AND DISCUSSION

In the previous paper’ and this paper, we have been
dealing with a homogeneous electron gas, by performing a
coupling-constant integral with the correct Fermi-Dirac
functions. Especially in this paper, the spin-polarized
electron gas has been investigated, considering spin sum-
mations explicitly. The exchange-only scheme has been
used to calculate the free energy, which consists of the
HF exchange energy and the internal energy and entropy
part. Their functional derivatives with respect to den-
sity are also calculated at nonzero temperatures. Since
Coulomb interactions are spin independent and so the
exchange self-energy is decoupled into up- and down-
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spin components, the quantities considered are totally
decoupled for spin. Thus, generalization of the previous
formalism for the paramagnetic system to spin-polarized
one was straightforward.

At zero temperature, the correct Fermi-Dirac function
reduces to the noninteracting Fermi-Dirac function, be-
cause of normalization of the chemical potential. The
difference between our exchange-only scheme and the
lowest-order HFA becomes manifest at nonzero tempera-
tures. In the viewpoint of the coupling-constant-integral
formalism with the correct Fermi-Dirac function, our
exchange-only scheme is indeed a self-consistent gener-
alization of the usual HFA at nonzero temperatures.

Using our self-consistent formalism, we calculated
some properties such as the total free energy, potentials,
compressibility, and polarization. These properties have
been already considered at zero temperature by Gun-
narsson and Lundqvist.!! Here, we focused on nonzero-
temperature behaviors. As temperature increases, the
noninteracting free energy decreases faster than the rate
at which the exchange energy increases, so the total
free energy decreases. The normalized potentials become
smaller as temperature increases. The spin-down compo-
nents of the noninteracting potentials become negative,
due to the entropy part at nonzero temperatures. The
total compressibility at constant magnetization increases
at temperature, due to the fast increase of the compress-
ibility of the noninteracting electron gas. The polariza-
tion decreases at increasing temperature, and here it is
worth noting the disappearance of the negative screening
at nonzero temperatures.

Here, we wish to compare our formalism with others in
the viewpoint of the kinetic contribution to the exchange-
correlation energy, Tx.[n], which has been studied only
at zero temperature by many authors,33736 as far as we
know. Ty.[n] is defined by

Tye[n] = (¥} T 1)) — (T0,1T1TP,)), (96)

where W[, is the exact Hohenberg-Kohn3” interacting

ground-state wave function and \Il?n], the corresponding

Kohn-Sham?3® noninteracting wave function. The expres-
sion for Ty., known as the Bass’s equation,3® was ob-
tained for zero temperature,

Tocln] = ap 2ol = o 2021,
where the second equality comes from the fact that the
exchange energy does not explicitly depend on ap at zero
temperature.

Now apply the above formula (97) for Ty to our
exchange-only scheme. Without loss of generality, con-
sider the paramagnetic case. In Ref. 7, we have for the
exchange energy per volume E(n,T) = Q,(n,T)/v,

(97)

E.(n,T) = E,(n,0)E,(a}n, 1), (98)
Va(n,T) = —dEwcg;"T) = Vo (n,0)V(adn, t)
_ 5 EdE,
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where E(n,0)=—e2k% /473 and we gave an explicit de-
pendence on ap to Ez, which becomes 1 at zero temper-
ature. Since at zero temperature our exchange energy
E.(n,0) does not depend explicitly on ap, the kinetic
contribution to the exchange energy T, becomes zero.
However, at nonzero temperatures our E,(n,T) depends
on ag through Ea,(a%n, t), because of the exchange self-
energy correction in the Fermi-Dirac function. Even if
the second equality in Eq. (97) is incorrect at nonzero
temperatures in our exchange-only scheme, the first one
is still correct. For a simple generalization of Eq. (97)
to the nonzero-temperature case, see Appendix B. With
Q. [n] = vE;(n,T) and T, = vT,, we obtain

_ BE (n,T) _ BE, (a¥n,t)
Tz =ap vag E.(n,0)ap Bag

B OE, (a}n,t) dE,

= Et(n, 0)37’.T = Ez(n, 0)2§ dE

= 4E;(n, 0)[‘72 (n,t) — E:c (n, 1)), (100)

where we used dn:%‘d& in the second line and

Vz—ﬁzzg% in the last line. Note that Eq. (100) be-

comes zero at zero temperature, becauie both Ez and Vz
become 1 at T = 0. The difference V,(n,t) — E4(n,t)
can be easily shown in Fig. 1 of Ref. 7. We thus obtain
a nonzero contribution to 7T, at nonzero temperatures,
if our coupling-constant-integral formalism is adopted.
This becomes manifest, since we consider all higher-order
corrections in addition to lowest-order HF term by doing
a coupling-constant integral and the higher-order terms
have been usually included in the correction terms for
correlation effects. The correlation effects we considered
are effective only at nonzero temperatures, since they are
just normalized into the chemical potential at zero tem-
perature.
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APPENDIX A: NOTE
ON THE CHEMICAL POTENTIAL
AND THE SEITZ THEOREM

Since the generalization to the spin-polarized case is
straightforward, we consider the paramagnetic case. If
we consider only exchange effects, the thermodynamic
potential €2 can be written down by Q2 = Q¢ + Q.. Since
Qo is the noninteracting thermodynamic potential, it is
tempting to express it as

Qo =Uo — poN — TSy, (A1)

Fo = U — TSo. (A2)
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Noting that u(T) = po(T) + p=(T), we may guess that
Q, would contain p,(T) and so would be decomposed

into three pieces like Q,
Qp =Uy — po N — TSy = Fp — o N. (A3)

Consider the chemical potential using the Seitz theo-
rem, Eq. (65). For the noninteracting case, we obtain

ol = 0) = 2L _ o Bk (a4)
po(T) = —d(];(;/u_) ’ (A5)

and if Eq. (A3) were correct, it would be also correct to
obtain y,, using the relation
d(Fz/v)
=(T) = ——.
b (T) dn
However, this is not correct because we have already
obtained p.(7') in Sec. IIIB through the formula

pa (1) = W80/ _ 2B
n dn
which means that Q, do not have the term —u, N, so one
may wonder where p, is in the thermodynamic potential
Q.

It looks like a contradiction. How can it be resolved?
The above argument was wrong because the wrong equa-
tion (A3) was used. Before correcting them, consider the
definition of the chemical potential. For convenience, let
us consider the grand canonical ensemble, which is the
appropriate ensemble for use in a many-body theory. In
this ensemble, all the thermodynamic properties can be
deduced from the grand partition function Zg, i.e., the
thermodynamic potential :8

(A6)

(A7)

Zg = e P = Ty[e AH-1N)| (A8)
1
Q:QO—BEUI, (A9)
Qo =2 Z(ep — p)np + 2kgT Z[’np Inng
) 3 po
+(1 = np)In(1 — np)], (A10)

P o
U1=( ll)l/O dTl--'/(; dr(T, V(1) ---V(m)), (All)

where V is the electron-electron interaction. In the last
expression, only different connected diagrams are evalu-
ated, and in the exchange-only scheme, Y, U; becomes
—B9;. The change of the thermodynamic potential Q is

dQ = —Pdv — SdT — Ndy, (A12)
from which we deduce the average number N:
N=- (QQ) . (A13)
all’ T,v

On the other hand, the grand partition function Zg
can be written in terms of the partition function Qn:3°
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fe o]
o(T,v,p) = Z PN QN (T, v) = Z ), (A14)
N=o0
Qn(T,v)=Tr (e BHY) — ¢=AF(TwN) (A15)

where F(T,v, N) is the (Helmholtz) free energy. When
the density fluctuations are small, W(N) is strongly
peaked about N = N, the average number, with a width

of the order of VN. Thus, we obtain

Zg =e PP W(N = N) = PN e 7 (A16)
that is, the free energy F(T,v,N) is directly obtained
from the thermodynamic potential Q through the formula
F(T,v,N) = QT,v,p) + uN, (A17)
where the bar on N was and will be below dropped out
for convenience and p is determined by Eq. (A13).
In the canonical ensemble (where N is fixed as in our
system considered), one deals instead of 2 with the free

energy F,

F =Q+ uN,
dF = —Pdv — SdT + pdN,

(A18)
(A19)

in terms of which the chemical potential is given by

oOF
= | — A20
# <6N>T,u ( )
From the relation F = NFy = vF, = vnFn,
OFN
p=Fn + N ( aN )

_ dFn d.7-',,

=Fntneg s =00 (A21)

which is the Seitz theorem, Eq. (65).

Now consider Qg. To obtain Eq. (A1) from Eq. (A10),
we considered £, to be e, — po. This is not correct. This
should be e, — u, where in the exchange-only scheme p
consists of po and the correction from the interactions
W For the noninteracting case, the chemical potential
was g = po in Eq. (A10), but when the interaction is
turned on, it should be changed to y. Since the chemical
potential is just a number, Q¢ becomes for an interacting
case

Qo =Up — pN — T'So = Fo — (po + pz)N, (A22)
where we used the relation p = po + p,. Note that
np in Eq. (A10) remains as the noninteracting occupa-
tion number even when the interaction is on. That is,
peN is an additional term due to electron interactions,
which should be extracted from the noninteracting ther-
modynamical potential and so Eq. (A9) should have been
written down as

Q=Q0— p N +Q, = Qo + Qs (A23)

where flo is the purely noninteracting piece, Eq. (A10)
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with po instead of u, and ﬁm is the remaining. From the
relation

Q:QO‘FQ::::]:—/‘N
= (Fo + Q) — (1o + pz) N, (A24)
we can obtain p through the formulas
_dF, d(Fo/v) , d(Q:/v)
T dn ~  dn + dn ’ (A25)
_ d(Fo/v)
Mo = ——"—*, (A26)
_ d8%/v)

Thus our contradictory case is resolved.

APPENDIX B: NOTE ON THE KINETIC PART
OF THE EXCHANGE-CORRELATION ENERGY

Here, we wish to generalize the zero-temperature for-
mula (97) to the nonzero-temperature case. We first sum-
marize the work by Goérling et al.,3® which will be fol-
lowed for the extension to the nonzero-temperature case.
For comparison to be easier, we just use notations by
Gorling et al. They defined ’7\113’16 as the wave function
which minimizes (¥|aT +8V,. +vA|¥), where T and V..
are the operators for the kinetic and electron-electron re-
pulsion energies, respectively, and Ais an arbitrary gen-
eral quantum-mechanical operator. It follows then that

O\Il[l ]1 is the exact Hohenberg-Kohn3 interacting ground-

state wave function and O\II;T’L(]), the corresponding Kohn-

Sham3® noninteracting wave function. They also defined
the exchange and correlation energies with v included,

YEPPn] = (U5 |BVe [V E0]) - BUIN], (B1)
TESPn] = (Uit |aT + BVee + vAEP)
— (U o + BVee + YAV O, (B2)
with
Uln] = %//drdr’n(r)n(r')]r . (B3)

Here, note that in their definition YE2#[n] with
a=f=1, i.e., the usual HF exchange energy, is inde-
pendent of v. The total exchange-correlation energy
TE2P[n] =YE2P[n] + YEXP[n] is given by

YEgPn] = (" 97 aT + BVe + vATTLF)

— W |oT + yAPUEL) — FU[).
They obtained the generalized form of the Bauer
relation34
1o}

— YgoB
5, B2ln]

(B)

= CURfIALERE) - CofIALYED),
(B5)

v=0
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as a direct consequence of Eq. (B4), by utilization of
the fact that "’\Ilf;’]ﬂ is defined via the minimization of
(\Illaf + BVee + fyXI\II) Equation (B5) reduces to the
Bauer relation for a=8=1. Using Eq. (B5) with A =T,
they obtained for Tyc[n],

7]

Te[n] = ’El )| = -7EXMR] , (B6)
~=0 Oy ~=0
where Ty.[n] is defined by
Teeln] = COLIFPELY) - CULTOTLY,  (BY)

and the second equality in Eq. (B6) comes from the fact
that the exchange part YEl'![n] is independent of v at
zero temperature. The above relation (B7) is equivalent
to the Bass equation,3®

8°Eqntn] _

6B [n)
6(13 B ’

Txe [n] =ap dap

(B8)
which is the same as Eq. (97).

It is straightforward to generalize the above formalism
to finite temperatures. Since we must average over all
possible configurations of the system at nonzero temper-
atures, the expectation values in Egs. (B1) and (B2) are
changed
) Ty [e—B(Ho uN—-Q0) . ]’

w0 e (B9)

Cwp - P“I’[,:{’)—ﬂr[e*ﬁ‘”*“”‘“’---h (B10)
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with
e P = Ty [e_ﬁ(ﬁ"*"ﬁ)], (B11)
e P — Ty [e—ﬁ(ﬁ—#ﬁ)]’ (B12)

where Hy = oT + ~A and B = oT + BV.. + ~vA. Asin
the zero-temperature case, the trace in Eq. (B9) depends
on a, v, and that in Eq. (B10) depends on «, 3, and 7.
Following the above argument for zero temperature, we
obtain the exactly same relations (B5), (B6), and (B8)
even at nonzero temperatures, with the corresponding
replacements of (B9) and (B10).

However, we should have in mind that our definition
of the exchange energy is different from that of many
authors,33738 je., Eq. (B1) with a=f3=1. Nevertheless,
the combined definition (B4) is still correct with corre-
sponding changes (B9) and (B10). Thus only the second
equalities in Egs. (B6) and (B8) become incorrect, so we

obtain only the first equalities,

7]

O°EL n]
_'1E1,1
5" Exn]

=ap (B13)

Tielr) = Oap

~¥=0
Furthermore, we obtain for our exchange-only scheme

3] 8°ELn]
=aB—(p

Tz[n] = dap

5=

(B14)
=0
where we used Y€}'l[n] to distinguish our definition of

the exchange energy from others. Note that °EL![n] is,
in our notation, Q,., and °£}'}[n] = Q. (n,T).
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