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By making the dynamical-exchange decoupling in the equation of motion for the Wigner distribution
function, exchange effects in the dielectric function of the homogeneous electron gas were, in an earlier
derivation, described by a frequency-dependent local-field correction G(g,w). In paper I, details were
provided how the sixfold integral for G(gq,w) can be reduced analytically into a double integral, adapted for
numerical purposes. In this paper, the consequences of dynamical-exchange effects are studied, and the
theory is tested for its internal consistency. The evaluation of the pair correlation function g(r) at the origin
from both the static limit and the high-frequency limit of the frequency-dependent local-field correction
G(q,w) leads to the same value g(0) = 1/2, in contrast to other theories where, from both limits, different
results are obtained. Also, the compressibility, calculated from the dielectric function including exchange,
agrees with the Hartree-Fock result. Furthermore, it is shown that the high-frequency limit of G(gq,w)
satisfies the general properties implied by the third-frequency-moment sum rule, resulting again in
g(0) = 1/2 and leading to the Hartree-Fock ground-state energy. This consistency between the static and
high-frequency behavior of G(g,w) cannot be fulfilled by any static approximation to G(q,w), because an
adequate treatment of dynamical-exchange effects involves excited states that are consistent with the Hartree-
Fock ground state. In the static limit, G(q,w) exhibits a relatively sharp peak near q = 2k,. This peak
induces an instability of the homogeneous electron gas, quite similar to and in the same density range as the
instability of the spin susceptibility discussed by Hamann and Overhauser. For r, > 10.6, a supplementary
instability relative to charge-density deformations occurs. The frequency dependence of G(g,w) is examined,
and numerical values for ReG(q,w) and ImG(q,0) are presented. The real part of the dielectric function
and the imaginary part of the inverse dielectric function are plotted for several densities in the metallic
range. Compared to the random-phase approximation (RPA), the frequencies of the maxima in the
structure factor obtained in the present work (i.e., with dynamical-exchange decoupling) are shifted to lower
frequencies. The plasmon dispersion is considerably closer to recent experimental data in aluminium than
with RPA. Finally, it turns out that the inclusion of frequency-aependent exchange effects results in the
natural occurrence of spin- and charge-density waves. These are the dynamical extension of the instability
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relative to magnetic perturbations, founa 1n the static limit at low densities.

1. INTRODUCTION

In Paper 1,! the present authors studied an
earlier-derived expression for the frequency-
dependent local-field correction G(g,w), which
accounts for dynamical-exchange effects in the
dielectric function € (g, w) of jellium:

€(q,w)=1+@Q(q,w)/[1- Glg,w)Q,lg,w)], (1)

where Q,(g, w) is the Lindhard polarizability. The
local-field correction G(g, w) depends not only on
the wave vector, but also on the frequency in con-
trast to the local-field correction, introduced by
Hubbard.? Paper I was merely devoted to reducing
an explicit expression for G(g, w) as a sixfold in-
tegral into a tractable double integral by analytical
methods. To the best of our knowledge, this is the
first detailed study and explicit evaluation of G(g, w)
at arbitrary frequency and wave vector. Some re-
sults for Re€(g,w) and Ime™ (g, w) were displayed,
and new analytical expressions for G(g, w) were ob-
obtained in some limiting cases.

In the present paper (Paper II), this study of the
dynamical-exchange effects is continued. In Sec.
II, the internal consistency of the dynamical-ex-
change-decoupling method and its relation to
several sum-rules is investigated. In Sec. III, the
static limit of the dielectric function with dynami-
cal-exchange decouplingis examined, and itis shown
that aninstability of the homogeneous paramagnetic
state at low electron densities arisesquite naturally.
A similar instability was discussed previously by
Hamann and Overhauser?® in studying the spin sus-
ceptibility. In Sec. IV, a number of numerical re-
sults are presented. Furthermore, it is shown
that the dynamical-exchange effects shift the fre-
quencies of the maxima in the structure factor
towards lower frequencies compared to tne ran-
dom-phase approximation (RPA). If exchange is
included, the agreement with recent experimental
data on the plasmon dispersion in aluminum? is
substantially closer than in RPA, Finally, spin-
density waves originate automatically from the
dielectric function with dynamical-exchange ef-
fects.
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II. CONSISTENCY REQUIREMENTS

In comparing theoretical predictions from the
dielectric response function of the homogeneous
electron gas to experimental results in metals,
two fundamentally different sources for possi-
ble discrepancies can arise. The description
of a metal with the jellium model, i.e., replacing
the discrete lattice of atoms by a uniform neutral-
izing background, is an oversimplification. But
even this simplified theoretical model is not
exactly soluble, and several approximations have
to be made within the framework of the model to
derive the dielectric properties. The nature of the
jellium model and the mathematical approximations
made in the study of the model both influence the
results, and comparison to the experiment does
not provide a unique way to judge the validity of
the theoretical assumptions. Therefore, exact
interrelations among various quantities in the
electron-gas model, which also can be calculated
from the dielectric function, form a powerful tool
for studying the consistency of the approximations
made in deriving (g, w).

A. Static limit w =0

In the static limit w =0, the compressibility sum
rule® relates the long-wavelength static dielectric
function to the compressibility « of the electron
gas:

e(q, 0);m1+ (kFrz/qz)K/Ko, )

where Ry; is the Thomas-Fermi screening wave
vector, and K, is the compressibility of the non-
interacting Fermi gas. The long-wavelength limit
of the static local-field correction including dy-
namical exchange is given by®~®

G(g,0) 5= 5lg/ks). (3)
This leads to

4me® (kp\* 1
€@, 052 mzk,(f) 1= /ma/m7: @

where 7, is the dimensionless Wigner-Seitz pa-
rameter. As is well known, the long-wavelength
result (4) is also obtained by using in (2) the com-
pressibility from the Hartree- Fock (HF) ground-
state energy.

On the other hand, in the limit ¢ =, one easily
proves that, with dynamical-exchange decoupling,

G@,0)77% 3, ®)

in agreement with the large-gq limit of the first-
order HF correcl:ion,9 which is dominant at large
q.

Furthermore, the pair correlation function g(7)
at the origin =0, is related to the large g limit
of G(g,0) by

G(g,0)7==3[1-2(0)]. (6)

This is a rigorous relation for the electron gas,
derived by Niklasson.! The limit (5) combined
with (6) thus implies that g(0) = 3 with dynamical-
exchange decoupling. As is well known, the same
result is also obtained from the static structure
factor in the HF approximation.

The frequency-dependent approach to G(g, w),
worked out by Toigo and Woodruff!! (hereafter
referred to as TW), does not reproduce the large-
g limit (5). This is discussed in detail in Ref. 12,
where it is suggested that this discrepancy is due
to an implicit averaging over all frequencies in the
TW method.

The agreement between the HF approximation
and the static limit of the dielectric function with
dynamical-exchange effects in deriving the com-
pressibility and the pair correlation function is to
be expected, because, in the static limit, the
dynamical-exchange decoupling reduces into the
HF decoupling. This agreement simply indicates
that the internal consistency of the decoupling
method in the static limit is not disturbed by the
variational procedure used to solve the equation
of motion for the induced electron density.

B. High-frequency limit

An interesting consistency requirement, in-
volving the high-frequency behavior of e(g, w), can
be derived from the work of Niklasson!’ and
Kimball.!? By noting that for a small interparticle
separation the many-electron problem reduces to
an effective two-body problem, these authors
show that

£ (0)= %0

r=

1
=ag(0) , (7

where a; is the Bohr radius.
The pair correlation function in terms of the
static structure factor S(g) is defined by
_1 1 f 3 _qleficF

where 7 is the electron density. From the proper-
ties of Fourier transforms, (8) leads to

1
1(0) = — —— Tj 4 -
8'(0)="- g, lim ¢'[S(@) - 1]. ()
Combining (7) and (9), one deduces the Kimball-
Niklasson relation

g(0)=-gr limg'(S@)- 1]. (t0)

The fluctuation-dissipation theorem!* relates the
static structure factor to e(g, w),

2 «©
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- and thus (10), combined with (11), allows one to
calculate g(0) from the frequency-dependent di-
electric function in the long-wavelength limit.

On the other hand, in an independent way, g(0)
also follows from the static limit G(g, 0) by (6).
Obtaining the same result from (6) and from
(10)/(11) imposes severe conditions on the fre-
quency dependence of G(g,w). For instance, with
any static approximation G,(q) for G(g, w) used in
the frequency-dependent dielectric function (1),
(10)/(11) leads to'®

lim G,(a)=1-2(0) . ‘ (12)

This relation (12), proposed by Shaw'® from a
static local-field model, thus neglects the dynami-
cal-exchange and correlation effects, andisincom-
patible with the rigorous relation (6), except for
£(0)=1, which from (7) would imply that g(») ex-
ceeds 1 near the origin. In order to satisfy (6)
and (10)/(11) simultaneously, the frequency de-
pendence in G(g, w) has to be included explicitly.
Any static approximation to Glg, w) which differs
from zero for ¢~ « violates at least one of both
conditions, as discussed in Ref. 16 for several
specific cases.

For our dielectric function with dynamical-
exchange decoupling, the integral (11) can be per-
formed analytically in the limit g —~«~, This de-
rivation is given in the Appendix, and results in

lim ¢[S(g) ~ 1] = - 4mn/a,. (13)

a-

We have already presented this result in Ref. 16
without derivation.

It should be noted that the frequency-dependent

- approximation by TW!! also leads to the limiting
behavior (13), and therefore g(0)= % is also ob-
tained from the high-frequency limit of their di-
electric function by combining (10) and (13). At
w =0, however, the TW local-field correction
becomes % (Ref. 12) in the large-¢ limit, and the
static relation (6) then implies g(0)=0. With the
TW approximation, one thus obtains a different
value for g(0) if derived from the static limit or
from the high-frequency limit of G(g,w). To the
best of our knowledge, the dynamical-exchange-
decoupling method presented here is the only
method leading to the same value for g(0) from
both the conditions (6) and (10)/(11). More details
are given in Ref. 16.

Another consistency requirement can be obtained
from the third-frequency- moment sum rule, and
the general analytical properties of G(g,w) from
which the following exact relations are derived!’

2
G, %) 7% - oy (B - By +H{1-80)],  (19)
4

2
6, %) = ~ 2Ly () ~ (B, +A(VY),  (15)
»

where (V) and (E,) denote the average potential
energy and the average kinetic energy per particle
in the interacting electron gas, and where (E,), is
the average kinetic energy per particle in the non-
interacting electron gas.

In Appendix A of Paper I, the high-frequency
limit of G(g, w) was derived, including dynamical-
exchange effects. For large and small wave vec-
tor, respectively, the following expressions were
obtained:

G(q,=) 7=3[1 -4 kp/q)* ++ ], (16)
Glg, ) g0 55 @/kp) ++ - . 1)

Because (16) contains no term in ¢%, (14) and (16)
are only equivalent if the dielectric function (1)
with dynamical-exchange decoupling implies that
(E,) =(E,),. Comparing then (17) with (15), it
follows that

(V) =- {f mw}/k} =- (3/4m)e’ky, (18)

which is precisely the exchange energy in the HF
approximation, Furthermore, the identification of
the g-independent terms in (16) and (14) then again
leads to g(0) =3, in agreement with the above re-
sults for the value of g(0) obtained from the Nik-
lasson relation (6) and the Kimball-Niklasson rela-
tion (10).

In summary, the static limit of the dielectric
function obtained with the dynamical-exchange-
decoupling method, presented in Paper I is con-
sistent with the HF results for both the compres-
sibility and the pair correlation function at the
origin, This is quite veasonable, because the HF
approximaltiqn is the static limit of the dynamical-
exchange decoupling. Furthermore, as shown
above, this dynamical-exchange treatment in the
high-frequency limit is internally consistent with
the static results for the energy and the pair cor-
relation function, which gives confidence in the
procedure used to solve the equation of motion for
the Wigner distribution function. It is therefore
not surprising that the dielectric function with dy-
namical-exchange decoupling conserves frequency
moments to infinite order in the HF ground state
as shown in Ref. 8 by an alternative derivation of
the same formal expression for G(g, w).

II1. STATIC LIMIT OF e(q,.0) FROM DYNAMICAL-
EXCHANGE DECOUPLING

From the two-dimensional integral for G(g, w),
given in Eq. (38) of Paper I, numerical values can be
obtained by elementary numerical methods. Some
results for G(g,w) in the static limit w =0 have
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been published previously.!® In Fig. 1, G(g,0) is
plotted and compared to the local-field correction
of other theories. G(g, 0) canalsobe obtained formal-
ly by considering the susceptibility from adiagram-
matic expansion® as the first two terms in a geo-
metric series in powers of €2, A theoretical
justification of this procedure is given in Ref. 18,

As discussed in the previous section, the be-
havior of G(g,0) in the long-wavelength limit g —0
is given by (3), leading to the HF compressibility.
With increasing q, G(g,0) first increases until its
maximum near.q =2k,. For g>2k,, G(q,0)
decreases and smoothly reaches its asymptotic
value G(g,0)— % (as g — =), which leads to g(0)
=3, as is conmstent with the high- frequency limit
of G(g,w).

In the HF approximation, the electron gas is
unstable for 7,>6.0292, as reflected in the sign
inversion of the compressibility modulus. The
compressibility sum rule relates this instability
to a singularity inthe staticdielectric function€ (g, 0)
for ¢~ 0. As shown previously,” and as is readily
seen from (4), the static dielectric function with
dynamical-exchange effects indeed diverges in
the limit ¢~ 0 at »,=6.0292. This instability
originates from a zero in the denominator
[1- G(g,0)Q,(g,0)] of e(g,0) in (1) for ¢ —~0 at 7,
=6.0292.

Due to the peak in G(g,0), a zero in the de-
nominator of (1), not only occurs in the long-
wavelength limit, but also at finite wavelength,
Because G(kkg, 0) is a universal function of 2 for
all densities as shown in Paper I, and Q,(kk, 0),
considered as a function of 2, is proportional to
74, the critical 7, value for this singularity at
finite % is found from

1/75% () = G(kkp, 0)[Qy ke, 0)] ], - - (19)

2.0

G(q,0)

qlkF
FIG. 1. Local-field correction G(g,0) in the static
limit as calculated from the present dynamical-exchange
decoupling (—), compared to the approximations of
Hubbard (Ref. 2) (-*-*-*), Toigo and Woodruff (Ref. 11)
(---), and Vashishta and Singwi (Ref. 22) at 7;=3(*+*"),
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In Fig. 2, these critical values for 7, are plotted
and compared to the critical 7, values, as obtained
from the Hubbard approx1mat10n

Guwp(@) = qu/(qz +k2 (20)

where the screening constant ki is put equal to
2k% in order to satisfy the compressibility sum
rule.

Because of this choice of kﬁ, the singularities
in e(g, 0) resulting from the Hubbard approxima-
tion and from the dynamical-exchange decoupling
coincide at 7,=6.0292 in the long-wavelength
limit. For increasing wave vector, the critical
7, value increases monotonically in the Hubbard
approximation, This is in contrast to the dy-
namical-exchange-decoupling method, where the
rapid increase of G(g,0) to a peak near g =2k,
results in a decrease of the critical 7, values to
a minimum at 7,~5 near g~ 1,85k;. With the
dynamical-exchange decoupling, the increase in
G(g,0) as a function of g overcompensates the de-
crease in the Lindhard polarizability, so that the
product @,(g,0)G(g, 0) equals 1 at smaller 7 than
for ¢ — 0. As will be discussed below, these
critical values of 7, are related to an instability,
derived by Hamann and Overhauser® (hereafter
referred to as HO),

Another consequence of the peak in G(g,0) is the
occurrence of a zero in the static dielectric func-
tion for ,210.6. One readily obtains from (1)
that e(g, 0) is zero if @,(g,0)[G(g,0)- 1]=1. Be-
cause Q;(q, 0) is positive, ‘and G(g,0) exceeds 1 in
the peak near g =2k, this equation has been

20 T

fs

€ divergent /

——~ €y divergent 7/

.. 1/€ divergent /

q/kg

FIG. 2. Critical r; values as a function of ¢/kf for
which € (g,0) with dynamical exchange diverges (—)
compared to these critical values from the Hubbard
approximation (---). The dotted curve indicates the 7,
value for which € (¢,0) has a zero, and thus 1/€ (g,0)
diverges..
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solved for 7, in the region where G(g,0)> 1. The
7, values for which e(g, 0) =0 are also plotted in
Fig. 2. A minimum in these critical values of 7,
as a function of ¢ is found for 7,~10.6 near g
=~1.94k,. These critical 7, values determine a
(g,7) region with 1/e(g, 0) negative, and thus where
the electron gas is unstable relative to the occur-
rence of charge-density waves, because l/e(q, 0)

is the ratio between the total effective potential

and the external applied potential. If e(g,0) is

1/€lq,0)

in this paper.

negative, the induced charge density overcompen-
sates the external charge density.

In Fig. 3, 1/e(g, 0) is plotted as a function of g
for r¢=3, 4.92, 5.64, 7.67, and 12.79. These 7,
values are chosen for comparison with HO later
At 7,=3 [Fig. 3(a)], no special
structure in 1/e(q, 0) arises from exchange effects.
But at 7,=4.92, i.e., just below the minimal criti-
cal value of 7, defined by (19), pronounced struc-
ture compared to RPA appears for g <2k, [Fig.

0.5 -

2.0 2.5
alky

1/€(q,0)

1= 5.64

-

1/€ (q,0)

-0.5

-2

FIG. 3. Inverse static dielectric function with dynamical-exchange decoupling as a function of wave vector (—), and
compared to RPA (---) for (a) ,=3, (b) 4.92, (c) 5.64, (d) 7.67, and (e) 12.79.

1/€(q,0)

-10

0.5 1.0 1.5
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3(b)]. For »,=5, the dynamical-exchange decou-
pling, combined with a paramagnetic homogeneous
ground state, becomes meaningless, and a region
appears where 1/€(g, 0) is negative, as shown in
Fig. 3(c) for ,=5.64. With still increasing 7,
(>6.0292), the region of negative 1/€(g, 0) spreads
out and includes ¢ =0, according to the compressi-
bility sum rule, as shown in Fig. 3(d) for »,="7.67.
Furthermore, if l/e(q, 0) is negative, it shows

100

€(q,0)

50 -

I

T
|
|
|
|
|
i
1
1
|
|
|
\
|
1
1
\
\
\
\
\
\
\
\

(a)

21

a steep structure near g =2k,. The negative peak
increases in magnitude with increasing 7,, and
tends to — « at 7,=10.6, where €(g, 0) has a zero.
For 7,>10.6, a region of positive 1/e(g, 0) appears
inbetween the two g values satisfying e(g,0)=0,

as is shown in Fig. 3(e) for ,=12.79. In Fig. 4,
the corresponding plots for e(g, 0) are given for

7,=3, 4.92, 5.64, 7.67, and 12.79.

An instability, similar to the one obtained here
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qlkF
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-100 L

FIG. 4. Static dielectric function with dynamical-exchange decoupling as a function of wave vector (—), and com-
pared to the RPA (---) for (a) 7,=3, (b) 4.92, (c) 5.64, (d) 7.67, and (e) 12.79.
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from the dynamical-exchange decoupling, has

been derived and discussed by HO.®> These authors
studied the stability of the electron gas in the para-
magnetic state, relative to small deformations of
the spin magnetization.

In a first approximation, using the Thomas-
Fermi screening with a small screening param-
eter, HO obtained a static dielectric function which
behaves very similar to the one we obtain from the
dynamical-exchange decoupling. (Figure 2 in HO
corresponds to 7,=4.92, and Fig. 3 to 7,=5.64.)
However, at larger 7, (see Fig. 4 in HO, which is
at 7,="17.67), HO found a supplementary diver-
gence in the dielectric function, arising from the
g — 0 limit, whereas with dynamical-exchange de-
coupling the unstable region has then spread out
to include the limit 4 — 0. For still larger 7, (see
Fig. 5 in HO, corresponding to 7,=12.79) HO
again find the same qualitative picture as is ob-
tained with the dynamical-exchange decoupling.
The fact that the HO approach is not completely
compatible with the dynamical-exchange decoupling
might be due to the use of the Thomas-Fermi
screening by Hamann and Overhauser, which
seems not well adapted at finite wavelength.

In a second approximation, HO then tried to in-
clude some correlation effects by considering the
excitations near the Fermi sphere as independent
quasiparticles, interacting with an applied test
charge which is screened by the electron gas, It
is remarkable that this attempt to take correlation
into account, stabilizes the paramagnetic state
relative to infinitesimal magnetic deformations,
However, it is not clear whether the disappeatrance
of the instability with this approximation is due to
J
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correlation effects, or to the mathematical ap-
proximation of averaging out the momentum de-
pendence in the integrals over the effective inter-
action, '

It should be noted that the static dielectric func-
tion discussed here does not provide a reliable de-
scription of the instability. Its critical behavior
only indicates that, in the critical region, the
possibility of spin- or charge-density waves
should already have been included in the equilib-
rium distribution function of the electron gas. In
the present paper and in Paper I, a homogeneous
equilibrium distribution function was assumed,
and the critical behavior of the dielectric function
determines the region where the instability has to
be built in, but does not describe it. A discussion
of the consequences of this instability on the equi-
librium properties is given in Ref. 19 and refer-
ences cited there. Up to now, we did not investi-
gate their effect on the dielectric response proper-
ties,

IV. FREQUENCY-DEPENDENT ¢(q, w) WITH DYNAMICAL-
EXCHANGE DECOUPLING

A. Dynamical behavior of G(q,w)

Our frequency-dependent expression for the
local-field correction G(g, w) has been evaluated
numerically in two independent ways, as described
in Paper L

In order to save computation time, it is worth-
while to remember the theorem that, in the units
g=Pkk, and w =20E /i, G(kky, 2vE,/H) is a uni-
versal function of £ and » for all densities, In
Paper I, it was shown that

1

212 t
Gkky,2VE,/B)=——f(k d; k
( F v F/ ) P f( ,V) -/:1 Z‘T(Z, )(

where f(k,v) and 7(z,%) are given in Eq. (4) and
Eq. (36) of Paper I, and where 7(z,%) can be ob-
tained by performing a single integral numerically.
It thus follows that tabulating 7(z, %) at given & as

a function of z for — 1<z <1 allows one to compute
G(kkp, 2vE,/F) at arbitrary v by performing a
single numerical integral for each », Numerical
results for ReG and ImG are plotted in Fig, 5 for
several values of 2, Numerical values are listed
in Table I.

For v=0, G(kkp,2vE./%) tends to the static
limit, displayed in Fig. 1 as a function of 2, At
|v|=|32+E|, the real part of the integral in (21)
diverges logarithmically, asdiscussed in Paper I.
Because thefactor f (%, v) contains 1/Q%(kky, 2vER/T),

‘this divergent real part contributes to
ImG (kkp, 2vE /%) at v=| 3#* - k|, where

v+ie—-

2

k2

“kz v tie+ik’ thz @1

),

ImQ(kks, 2vE /i) differs from zero. Consequent-
ly, with dynamical-exchange decoupling, both
ReG bk, 2VE,/F) and ImG(kk,, 2vE /%) show a
logarithmic singularity at v=|3#% - k|,

On the other hand, atv =zk%+k, ImQ,(kkp, 2vE,/T)
equals zero, and thus only the imaginary part
of the integral in (21) contributes to ImG (k% , 2vE /7).
At the upper boundary of the particle-hole con-
tinuum, the divergence only appears in
ReG(kky, 2vE,/7), while ImG(kky, 2vE /) remains
finite.

For frequencies above the continuum, both
ImQ, (k% e, 2vE,/%) and the imaginary part of the
integral in (21) are zero, and thus ImG(kky, 2vE, /%)
is zero above the continuum, resulting in a dis-
continuity at v=|3#%+%|.

Withfurther -increasing frequency, G (kkp, 2vE/7)
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approaches the high-frequency limit, calculated
in Appendix A of Paper I.

B. Dynamical behavior of e(q,w) and plasmon dispersion

Because G(kky, 2vE/H) is a universal function
of 2 and v for all densities, the density dependence
in€(kky, 2vE; /%) as afunction of k and v only enters
via the Lindhard polarizability Q(kky,2vEs/T),
which, as a function of 2 and v, only depends
on thedensity by the proportionality factor »,. There-
fore, the numerical evaluation of € (kky, 2vER/7)
at an arbitrary density is rather straightfor-
ward, given the values of G(kk,,2vE;/7) in Table
I. Because of the logarithmic singularity, it is
rather important that this table contains many
points near v=|5k%: %],

For relatively small 7, the dielectric function
with dynamical exchange included is not much dif-
ferent from RPA, except for the exchange effects
near v= !%kzikl. But with increasing 7,, overall
exchange effects appear in the numerical values,
as is manifest from the plots of Rec(q,w), pre-
sented in Paper I for »,=2 and in Ref. 20 for 7,
=3.

The singularity in Re€ (g, ») near w =7 (3¢ +qky)/m
is related to the logarithmic singularity in G(g, w),
which is an artifact due to the cutoff in the Fermi
function. Althougha singularity also occurs in
G(g,w) at w="7|3q% - qk|/m, it does not produce
a pole in Ree (g, w), but only a strongly peaked
structure, because @,(7, w) has an imaginary part
in this region, :

In Paper I and in Ref. 20, Im[1/€(q, w)] has been
shown for ;=2 and 7, =3 for several values of q.
The logarithmic singularity in G(g,w) at w :h‘] 1q®
- gkp|/m induces a zero in Im[1/e(g,w)]. How-
ever, the width of this dip is so small that one
hardly expects it to be important for comparison
with experiment.

Another consequence of the logarithmic singu-
larity is found in the behavior of the plasmon dis-
persion, As already mentioned in Ref. 20, the
plasmon, defined by Re€ (g, w) =0 outside the con-
tinuum, does not penetrate into the particle-hole
continuum, but approaches it asymptotically. How-
ever, the physically relevant property is the fre-
quency at the maximum in the structure factor.
The oscillator strength of the plasmon is pro-
portional to [de(q, w)/dw]! at the plasmon fre-
quency. Ree(g, w) is a very steep function of w
near its zero when this zero approaches the con-
tinuum, Consequently, the derivative with respect
to frequency at the plasmon frequency becomes
very large, and thus the plasmon oscillator
strength decreases rapidly with increasing wave
vector. The maximum in the structure factor is

then no longer defined by the plasmon peak posi-
tion, but by the maximum of the inverse dielectric
function inside the continuum,

At finite wave vector, the frequencies of the
maxima in the structure factor with dynamical-
exchange decoupling are appreciably lowered com-
pared to RPA.?! Thisisatrend whichis confirmed
by recent electron scattering experiments in Al.*
In Fig. 6, the maxima in Im[1/e(g, w)] with dy-
namical-exchange decoupling are shown for 7, =2,
and compared to RPA and to the experimental data
for Al (r,=2.07). The position of the plasmon
peak in both the exchange and the RPA treatments
are also indicated. Keeping in mind that the os-
cillator strength of the plasmon peak with dy-
namical-exchange decoupling disappears when it
approaches the continuum and is taken over by the
maximum in Im[1/e(g,w)], Fig. 6 clearly shows
that, at finite ¢, the exchange effects considerably

W/ wp

gt iR

FIG. 6. Plasmon frequency as defined by Ree€ (g, w)
=0 and peak position of the dynamical structure factor
S(g,w) versus the square of the wave vector at v =2.
(See also Ref. 21.) The RPA plasmon is indicated by (0),
and the plasmon including dynamical-exchange effects by
(+). When the plasmon including exchange approaches
the particle-hole continuum (thin line), its oscillator
strength is taken over by the maxima of S(g, w) (@), which
are at substantially lower frequencies than the RPA max-
ima (x). The experimental data (0)) for Al (r;=2.07) are
taken from P. E. Batson, C, H. Chen, and J. Silcox (Ref.
4). The triangles (A) indicate the maxima of S(g, w) as
obtained from the approximation of P. Vashishta and
K. S. Singwi (Ref. 22).
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improve the agreement with experlment com-
pared to RPA.

C. Remark on spin-density waves

In the derivation of G(g,w) via the dynamical-
exchange decoupling in the equation of motion for
the Wigner distribution function, it has been as-
sumed, in line with RPA, that the ground-state
distribution of the electron gas is homogeneous in
space. This does not seem unreasonable, because
it is generally accepted that the transition to a
Wigner lattice occurs at densities far below the
metallic range.?

Furthermore, it was assumed that the ground
state is paramagnetic. This assumption is in-
spired by the fact that the HF ground state in the
ferromagnetic state has only lower energy than
the paramagnetic HF ground state for 7,>5.45.
Moreover, the inclusion of correlation presumably
shifts the transition into the ferromagnetic state
to 7,>6.03.%* However, spin-density waves lower
the ground-state energy of the electron gas in the
HF approximation.?® Therefore, it is indicated to
examine whether the dielectric function including
' dynamical-exchange effects, reflects an instability
relative to deformations of the paramagnetic state.

Following the derivation of the dielectric function
with dynamical-exchange decoupling, as given in
detail in Ref. 7, the variational procedure of Ref.
7 can easily be applied for each spin state sepa-
rately, by introducing a spin-dependent function
Y2,(P) in Eq. (26) of Ref. 7:

£(8,8,0)=FE(5,, ) v4, ). (22)

Again determining a momentum-independent func-
. [4 . . . N

tion v, by the variational principle, one then ob-
tains, along the lines described in Ref. 7,

39z, + Uz,)Q4(q, w) - (4me®/q*mg,
aw 3203,Q3(q,w)G(q, w)/[1 +Q,q, w)]’

which replaces Eq. (30) of Ref. 7. Subsequently
calculating the density for both spins from (22),
one obtains two coupled equations:

34[Q0(q, w)G (g, w) - 1- %Qo(q,w)]— %n&on(q,w)

(23)

Qo(q, w), (24)

and the same equation with 73, and ng, inter-
changed. From these equations, one readily ob-
tains nz, =ng, +n3,. However, both equations are
only linearly independent, with ng,=n},, if

1- G(q,w)Q(g, w) differs from zero. If, however,
the condition

1-G(g,w)Qy(g,w)=0 (25)

is fulfilled, the relative contribution of spins up

and spins down to the density remains undeter-
mined. The condition (25) implies a singularity in
the dielectric function.

For the static limit, the instability (25) has
already been discussed in Sec. III. In the dy-
namical case w#0, however, G(g,w) has a
logarithmic singularity at w =#(3q*+qk)/m for
all densities, which is responsible for the fact that
€ (g, w) with dynamical-exchange decoupling has a
pole slightly above the particle-hole continuum for
all densities. The occurrence of this pole is ex-
pressed by condition (25), which is the dynamical
extension of the static instability discussed by HO.?

The occurrence of this pole in €(g, w) does not
necessarily imply the existence of spin-density
waves from dynamical-exchange effects in the
homogeneous electron gas. It only means that the
stability of the paramagnetic state has to be re-
examined with respect to small density deforma-
tions. This possibility of an instability already
should be included in the initial state. Up until
now, the consequences on the dynamical-exchange
decoupling have not been studied.

Furthermore, the question arises whether this
possibility for the occurrence of spin-density waves
is a property of the electron-gas model, or is a
consequence of the neglect of correlations.

Although in the static limit these correlation
effects have, to some extent, been studied in Ref.
3, the existence of a pole in the dynamical dielec-
tric function, and its relation to the possibility of
spin-density waves, has not been pointed out be-
fore. This pole is due to dynamical-exchange ef-
fects starting from a paramagnetic ground state,
but the influence of dynamical-correlation effects,
and of deviations from the paramagnetic initial
state, remains to be studied.

V. CONCLUSION

In this study (Papers I and II), the bare exchange
effects in the electron gas have been included in the
equation of motion for the Wigner distribution func-
tion f, (p,R t) using the dynamical- exchange de-
coupling. The variational solution for f,(p, R, t)
rigorously satisfies the equation of motion for the
induced charge and current density including ex-
change. Therefore, the dynamical-exchange ef-
fects in the dielectric function are adequately de-
scribed by the resulting frequency-dependent ex-
pression for the local-field correction G(g,w), as
is confirmed by the analytical evaluation of several
limits in the present paper.

The dynamical-exchange-decoupling method is
the only known method leading to g(0) =3, bothfrom the
static limit of G(g, w) and from the frequency de-
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pendence of € (g, w).

In the static limit, it is also shown that the com-
pressibility, obtained from the dielectric function
derived here, is consistent with the HF results.

Furthermore, also if the third-frequency mo-
ment is used, the high-frequency limit of G(g, w)
leads to g(0)=3. Moreover, this high-frequency
limit is shown to be consistent with the well-known
HF ground-state energy.

This internal consistency of the dynamical-ex-
change treatment, which we proved from several
analytical limits, seems consistent with the con-
servation of frequency moments to infinite order,
in the HF approximation.®

The numerical evaluation of G(g,w) in the static
limit reveals a peak in G(g,0) near g =2k;, con-
firming Sham’s conjecture.® This peak has impor-
tant effects on the behavior of the static dielectric
function. Apart from the instability of the elec-
tron gas in the long-wavelength limit at 7,
=6.0292 (which one expects as a consequence
of the compressibility sum rule), the structure
in G(g,0) yields a divergence in €(g,0) at fi-
nite wave vector for v, >5, and thus induces
an instability at low densities. This instability is
of the same nature as the one due to the spin sus-
ceptibility, discussed in another context in Ref. 3.
Moreover, a supplementary instability shows up
at still lower densities (7,210.6), corresponding
to induced deformations in the charge density.

The effect of including correlation on these in-
stabilities remains to be examined.

In the present work, the frequency dependence
of the local-field correction was also studied nu-
merically, and several plots of ReG(g, w) and
ImG(g, w) are presented. This frequency depen-
dence has pronounced effects on the dielectric
function, which is also shown for several densi-
ties. One of these effects is that, compared to
RPA, the inclusion of dynamical-exchange effects
lowers the frequencies of the maxima in the dy-
namical structure factor, yielding relatively good

J

7+ 1K) - (¥ - 1K)
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overall agreement wjth experimental data in Al,

A very striking feature of the dynamical-ex-
change decoupling in the dielectric function is a
pole in € (g, w) outside the particle-hole continuum.
This pole is attributed to spin-density waves in
the electron gas, as predicted from static con-
siderations by Overhauser.?® Also, in this re-
spect, the correlation effects should be studied,
as they might influence this critical behavior
substantially.

Note added in proof. The present authors already
reported plots of ReG(k, w) as a function of fre-
quency in Bull. Am. Phys. Soc. 22, 438 (1977).
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APPENDIX: STATIC STRUCTURE FACTOR FOR g —> o0

In Sec. II, the consistency of the high-frequency
limit and the static limit of the frequency-depen-
dent local-field correction has been established by
using the static structure factor S(g) in terms of
the dielectric function e(g, w):

2 o
9 7n f 1
S@@)=- — dwl .
(q) 0 me(q,w)

S(g) was needed in the limit of large ¢, e(g,w) is
given by (1), and thus the inverse dielectric func-
tion is
1 =1- QO (q’ (0)
€(q,w) 1+Q0(qyw)_ G(q’w)QO(qyw)-

In the units ¢ =kk, and 7w =2vE,, (Al) can be re-
written

(A1)

(A2)

- 1
=3 2 .
Stk p) =2 agk ok fo R )
(A3)

In these units, it has been shown in Paper I that

__1 f 5,
Qo(kkF,ZVEF/ﬁ)_m; d% T I

1

1

, (A4)

G(kkF,ZVEF/ﬁ)zf(k,v)f d3rf P

with »,=v +£0" and with

1

1
T &V =T8T Qollton, 20E R )

9(T) is the Fermi function, normalized to 1 if |¥|<1, and zero elsewhere.

)
IT-71% p,-T k\p,—7*k v,—r°k
x[U(F +K/2) - T - k/2)][(F +k/2)- T -k/2)],

(A5)

(A6)

From (A4) it follows that
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Im f AvQy(kk p, 2E o/ H) =+ L 1 A7)
0 Fs F k>23 aok 'k1'
Furthermore, by using the identity »
1 1 1 1 ) 1
== == == — == |v——== A8
-r*k v,-r"k (v,—r-k v,-rk/k x-1)’ (A8)
and after performing some elementary translations in the integration variables, Q% can be written
2 USRS 1 1 1
2 — 3 3,7 q
Qhkr, 20E /M) = —per [ @ [ asr i )[ TRE k( Ty BT _k))
1 1 1
+m—ék2—f-i(ﬁ-@_;')'E-(f_;'+ﬁ>]- (49)
Expressing the integral over T in cylindrical coordinates, with the z axis along E, (A9) becomes
2 L(z,-k)— L(z, 0) L(z,k)- L(z,0)
2 —_ ] ) 2
@il 208 /M) =~ s | z( v R /2-zk " v.-k/2-zk )’ (A10)
where
(1-:2)1/2 fZI j- 3
Lz, k)= f pdp [ do [ atraE) —— +k (A1)
From (Al1), L(z,k) has the symmetry property
L(-z,k)=-L(z,- k), (A12)
from which it immediately follows that
1
f dzL(z,0)=0 (A13)
-1
and
(z,— L(z,k)
f + LR + 2k (A14)
Using (A14), (A10) can be rewritten
Q3 (kk g, 20E 3 /7) =~y f dz[L(z, k)~ L(z, 0)] 1 — ) (A15)
OV Fy F mial 5k v,+ iR +zk v, - LRP -2k )"
Therefore,
o i w©
f dvIm@ (kky, 2vE,/h) = - %%e’f—z—,;-ﬁ— dz[L(z,k) - L(z,0)] f Av[6(v+ Lk2 + 2k) - 6(v — L2 - 2k)]. (A16)
0 0RF -1 ()
I
For k>2, the first 6 function yields no contribu- We now evaluate ﬁ,"“ dvImGQ,, starting from the
tion, while the second 6 function contributes for result (38) of Paper I,
all z under consideration. Because of (A13) we .
thus obtain G(kkg, 2VE/1)Qj (kR , 2VE/Tr)
w 1 fi ( 1
f dvImQ}(kky, 2vE /) =warmt ) BT\ STy
1
3 3 I - -
,,,27r4a;-’,kfk5 [ av [avramme) s v, + SR tkz
where the expression (All) for L(z,%) has been where, from (36) of Paper I
used again. In the limit of large &, the leading .
term in l/k becomes -7 T(z,k):[‘.f(z,k)—Sf(z,O)]—[SC(z,k)—JC(z,O)],
o (A20)
[ dvImQ3kky, 20E,/1) oy - (A18)
o Inagky k with $(z,%) given by (34) of Paper I:
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_ 2 1/2
§(z, k)= p Lo (LR +220)

1+ (1 +E%+22k)1/2

(1 +E*+228)1/2

1- (1 +E*+228)172

- (z+k)?
[( +RyA

1+f(:='+k)2]“2

+(Z +k [(Z+k)2]1/2

In (A21)

For ¥ (z,k) we use an expression which is easily derived by combining (8), (15), (22), and (26) of Paper I:

1-2H1/2 t-zH1/2

5(3(z,k)=117f_i dzlfo pdpfo

From the symmetry property, similar to (A13)
but for 3 (z,k) and F(z,k), it immediately follows
that

1 1
f dzie(z,0)= [ dzv(z,0=0. (A23)
-1 -1
Next, defining
T(t)= d? T) =
= [ avrai) =

1-¢2 1+¢ |
| ) , (A24)

2t

In

=21r(1+

one easily shows that
1 d 1+ k2 +22R

F(z,k)=2z—- —

d
27 dz e uT(Va). (A25)

Therefore, from an integration by parts, (A25)
leads to

fl dzg(z,k)=0, (A26)
-1

which is an exact result, valid for all .
From (A22), it follows that

f_I dzﬁC(z,k):% fd3r fd%’m(?)sn(?’)

><—————~1 —_______r_l
z-2'+k |77 +k|2’

(A27)

and the leading term in 1/% for very large % thus

; dpfzt d(pfh

z-2' +k
1
X
pt+p't+(z-2'+k) - 2pp cosg’ (a22)
—
becomes
16 1
f a2, b) =z s (A28)

Using (A23), (A26), and (A28) the imaginary part
of (A21), integrated over v becomes

f AvImG(kky, 2vE . /T)Q3 (kR 5, 2VE 1 /T)
0

=T kzk f 2Tz, k)

X [Cavio - 182~ k2) - 5 + 12 +R2)]. (429)

For k>2, the second & function in (A29) yields
no contribution and the first 6 function contributes
for any z under consideration. From (A20), and
using (A23) and (A26), the term in 3C(z,%) survives,
and the result of the integral is then given by
(A28):

f dvImG(kk,, 2vE, /1) Q) (R, 2VE 1/ F)
0
. 16 1
k== 9ralk S

Combining (A7), (A18), and (A30), an expansion
of the integral (A3) for S(¢k) in powers of (1/k)
using (A2) leads to

4 1 1
T 37 agky B’

(A30)

Stkky) == 1 (A31)

which is precisely Eq. (13) of Sec. II.
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