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Dynamical-exchange effects in the dielectric function of the electron gas can be described by a frequency-
dependent local-field correction G(g,w). In an earlier derivation, we deduced an explicit expression for
G(g,w) as a sixfold integral, which was obtained from the dynamical-exchange decoupling in the equation
of motion for the Wigner distribution function, and a variational treatment of the resulting integro-
differential equation. Explicit dynamical calculations were presented. In this paper the formal expression for
G(q,) is reduced to a double integral in a convenient form for numerical purposes, using various Fourier
representations in the integrand. Several limiting cases are evaluated analytically, from which it follows that
dynamical-exchange effects drastically influence the structure of the dielectric function. Some numerical
results on the frequency-dependent dielectric function with dynamical-exchange decoupling are presented.

I. INTRODUCTION

Many properties of simple metals can be des-
cribed and calculated from the dielectric function.
In studying the effects that are essentially due to
the electron-electron interactions, the jellium
model is widely used. In this model, the discrete-
ion lattice is supposed not to have essential in-
fluence on the dielectric function €(g, w) and is re-
placed by a uniform positive background.

In the well-known randon-phase approximation
(RPA)," €(g, w) was first calculated by Lindhard,?
who studied the motion of the electrons in the
presence of an electromagnetic field, under the
assumption that this motion is governed by classi-
cal laws,

Because the RPA - only takes into account the long-

range interaction of the classical Hartree poten-
tial, a satisfactory description of the long-wave-
length collective excitations is obtained. However,
due to the neglect of the exchange and correlation
interactions, the RPA insufficiently describes
short-range effects, which, for instance, is re-
flected in a negative pair correlation function for
small interparticle distances from RPA.3?

By summing up several exchange diagrams,
Hubbard* introduced a first correction to the RPA,
in the form of a frequency-independent function
G(g), and various improvements on this local-field
correction, going beyond Hubbard’s expansion,
have been proposed.>™*®

Several approximations have also been made by
other workers,?*?® leading to a frequency-depen-
dent local-field correction G(g, w), and it has been
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shown® that an internally consistent theory of the
electron gas cannot be obtained if this frequency
dependence is neglected. However, the explicit
calculations of G(g, w) were restricted to the static
limit w= 0 and to a few limiting cases. But even
this partial information from approximate treat-
ments, as well as some interesting general pro-
perties of G(q,w),? already indicate appreciable
effects of the exchange interaction on the dielec-
tric response of the electron gas.

Therefore, the present authors®” tried to eval-
uate the dynamical-exchange influence on the di-
electric function explicitly, including the full wave
vector and frequency dependence, and derived
general expressions for the transverse and longi-
tudinal dieleetric function of jellium, including
exchange. G(q,w) was obtained as a sixfold inte-
gral that could only be solved analytically in a
few limiting cases. This solution was obtained by
considering the equation of motion for the Wigner
distribution function, and where dynamical-ex-
change effects were included by making the ex-
change decoupling in the equation of motion. By a
variational procedure, an approximate solution of
the resulting integrodifferential equation was ob-
tained that 7igovously satisfies the equation of
motion for the charge and current density. Various
limits were also studied.

The same general form for G(g, w) as a sixfold
integral is also obtained if one variationally solves
the integral equation for the irreducible vertex
function with linear exchange processes as derived
in Ref. 23, but with a screened Coulomb inter-
action, and without explicit evaluation.
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The same formal expression for G(g,w) which
we derived was afterwards also obtained in Ref.
28 from the equation of motion for the double-
time-retarded commutator of the charge-density-
fluctuation operators.

The static limit G(g, 0) has been evaluated®® and
shows a sharp peak near ¢ =2k, in contrast to
earlier theories.

The limiting cases in which the sixfold integral
for G(g,w) can be calculated analytically suggest
that dynamical-exchange effects might appreciably
influence the dielectric function. These indica-
tions are confirmed by our explicit evaluation of
G (g, w) with dynamical -exchange decoupling.** In
Ref. 31, we presented numerical results for
€(g, w) and for Im €"*(q, w), obtained by reducing
the sixfold integral for G(g, w) into a double inte-

_J

gral with elementary analytical methods, and by
evaluating the remaining double integral numeri-
cally. As far as we know, this is_the first calcu-
lation of G(q, w) with dynamical-exchange de-
coupling at arbitrary wave vector and frequency.
However, no detailed information was given about
the analytical and numerical methods used.

In Ref. 31 we also deduced an important scaling
property of G(g, w) with respect to density. Ex-
pressing the wave vector in units of the Fermi
wave vector kz, and the frequency in units of
twice the Fermi energy Eg:

kzﬂ]/kh V=ﬁw/2EF; (1)

we proved the theorem that G(kkg, 2vE;/7) is a
universal function of k& and v for all densities.
In these units, we obtained the explicit expression

-
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and where @, is the Lindhard polarizability, given
by
me® 1
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Qolk kg, 2VER /W) =

(5)

With these definitions, the dielectric function takes
the form

(g, w) =1+Qy(q, w)/[1-G(g,w)Qolg, )] .  (8)

Furthermore, we have shown in Ref. 32 that the
high-frequency limit and the static limit of our ex-
pression (2) for G(g, w) are internally consistent,
in the sense that these limits both lead to the same
value of the pair correlation function at the origin.

The sixfold integral (2) forms a key problem in
studying dynamical-exchange effects. Therefore,
much effort has been put into the evaluation of this
integral. The final form we succeeded in obtaining
is quite appropriate for practical applications, and
because of its general interest, the derivation of
this final result is given in fu]l detail in the

1
- - 2
u+ie—Y‘-k>’ @

-

present paper.

In this paper (hereafter I), we do not develop the
method we proposed in Ref. 31, but present an
alternative procedure, based on Fourier repre-
sentations of the integrand, which allow one to re-
duce the sixfold integral (2) to a double integral,
transformed into a convenient form for numerical
purposes. The method applies to arbitrary fre-
quency and is not restricted to the static limit. The
general dependence of G(g,w) on wave vector and
frequency is discussed, and in Appendix A the
high-frequency limit of G(q, w) is calculated ana-
lytically.

In paper II, a summary will be given of the
various internal-consistency requirements and
sum rules that could be tested and are satisfied
within this theory, and numerical results for the
dielectric function with dynamical-exchange de-
coupling will be presented at arbitrary wave vec-
tor and frequency. The implications for various
electronic densities will also be discussed.

II. ANALYTICAL TREATMENT OF G(q,w)

From our earlier derivation,?”+3 the influence of
exchange effects on the dielectric function is des-
cribed by the function G(g, w), given in (2) as a
sixfold integral, which is obviously not appropriate
for numerical evaluation. In order to achieve the
twofold goal of reducing computation time and si-
multaneously solving the accuracy problem, two
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independent methods were worked out. dure, however, requires more computation time
An outline of our first method, based on the and turns out to be slightly less accurate than a

straightforward evaluation of (2) towards a double second method, which is based on Fourier trans-

integral, was presented previously.® This proce- forms, and which is presented in this section.

A. Fourier transformation

The possible sources of inaccuracies in evaluating (2) from the subtraction of integrals over two dis-
placed Fermi spheres can be eliminated by introducing the Fourier transform of the reduced Fermi func-
tion (3), expressed in cylindrical coordinates. The singular behavior of the factor |F -%'|™ also becomes
_easier to treat if one makes use of its Fourier transform. Furthermore taking the Fourier transforms of
the frequency-dependent factors, one obtains a 17-fold integral, where one recognizes the representa-
tions of two three-dimensional d functions.

Performing some of the resulting integrations, Eq. (2) eventually transforms into

Bz =-2") '
kZ)Z(V +i€—kzl)¢k(z’z ); (7)

_ ©o o ,
G(kkp,2vER/%) =4f(k, V) j:mdz f:wdz G ries
where ¥,(z,z’) is defined as the fivefold integrél

o s = 1 1 ;
z!),,(z,z')=f dpf dp'f &f dxf dx Kok, |z -2 })e"(“”)e“"("*"')sinP—lgsing—k
- - o &1 J-1 -1 2 2

X (1= )2 [E,(1 = )2 )(1-x"2)"20 £, (1 - 23] (8)

We note that in (8), the integration over p would yield a difference of two 6 functions, only allowing for z
to take the values z=~x+ 3k, while |x|<1 because of the integration limits of x, Therefore ,(z,z’) only
differs from zero in the region —1— 3k <z <1+%k We thus obtain the important property that ¢,(t«, z’) =0.
This makes it possible to reduce the second-order pole in (7) to a pole of first order by an integration by
parts, using

1141 o)
(v +ie — k2 Rdz v+ie-kz’

One then obtains

! L oY) (10)

. - - a
Gk b, 20Eg /) == 4f(k, V) j;., dz j:.o e The viic—he dz

Performing next the differentiation with respect to z, and decoupling the products of the denominators in
(10) as

[1/(w +ie-B2)[ 1/ +ie = k2")]=[1/k(z = 2")|[1/(v +i€ - B2) = 1/(v +ie - k2)], (1)

the integrand then consists of four terms

_ 4f(k, u)f" f‘” / 1 (g, %)) 1 d p
Gk ke, 2vEg /) =~ k _.-x:dz _”dz (V+ie-—kz z-2 viie—Fkz dz’bk(z’z)

v+ie-kz z-2' u+ie—kz’dz¢"’

The last term on the right-hand side of (12) can easily be integrated with respect to z, which gives zero
because ¥, (&, z’)=0. The first and thirdterms on theright-hand side give an equal contribution for sym-
metry reasons, because it follows from (8) that ¥,(z,z")=9,(z',z). Therefore, (12) separates into two
terms

G(k kg, 2vEp /) =f(k, V)[G,(k, v) +G,(k, V)], (13)
where
Y S S B e
Guen) =3 [ det L [Ty, (14)
_ g ° 1 ° ? ¢k(2, Z’)
Gz(k,u)—-—k [wdzv+ie—kz _/:wdz z-2 (15)
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and where §,(z,z') is defined in (8).

The term G,(k,v) essentially results from the pole of second order in the original sixfold integral and
can be written as a single integral. The term G,(k, v) can be reduced to a double but numerically tractable
integral.

B. Gy(k,v) as a double integral
Writing the modified Bessel function K, of the second kind in its integral representation
iEg(z z')
f dg :(£z+£2)1/2 zKo(g.L'Z—Z D, (16)

and performing the integrals over z and z’ in (15), using (8), one obtains

Gote)=-8% [ "G ["ar, [ ax [Tav [ apletr’ - £)-ee,-p')]

. k
-[_,,,d‘b @ +g2‘)1,2 exp(zpkp v +ze)> eitrgis’s sm‘i;— smp2
x(1- xz)I’Z?Jl[El(l - )2 =222 £, (1= £'2)2], (1)
where
)1, x<O
o ‘{o, x>0, ~ » (18)

The integration over x’ then gives (Ref. 33, p. 376)

fl dx’ e’ % (1 —x"2) 20 [£,(1 = x") 2] = VBT g, J, ,[(£3 +p"2) V2] /(82 +p")%/4.
-1

If one subsequently interchanges the integration over p’ and £,, evaluates the integral over £,, substitutes
b’ by ¢, and p by T — £,, introduces the polar coordinates (£, 6) instead of £, and £,, and performs a partial
integration with respect to £, using

Jase(£) =_(2)”2 d sing

53/2 T dﬁ g ’ (19)
then (17) transforms into

L3 1 ©
G,(k, 1/)—327r fo do j;ldxf dar sh'l(cote)exp[i'r(y ;K ch)](l—xz)”2

f dt S?g dé[ i (T = ‘52°°So ;9s‘m(5 C;S"k) e e 0 (£ 5inf(1 -xz)"zl] .

(20)
From the elementary relation

f" azef(s,ine,cosa)=f"l2 d6[f(sind, cos0) +f(sind, —cosh)] , (21)
V] [}]

the range of the angular integration is restricted to (0, 7). The integration over 7 is straightforward. By
recombining terms, one then finds

_2r [* ,(sc(z,O)—:fc(z,k) 5 (2, 0) =30 (2, —k)

Galk, v) == f_, B ie—tz—F/2 " veic—Fz +k2/2) (22)

with
2
3C(z, k) = ~8(1 - 22)'/2 f dosh ™ (cotf)F((z +k) cos, (1 — 22)/?sindh), (23)
7]
and where the function F(b, a) is defined as
sing d
FG,a= [ ae S Ll (e sinse). 24)
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The integral (24) is explicitly evaluated in Appendix C in terms of elementary functions, giving

Fo,a=2 {e(“_ eoni-; %) 1" -o-n- o ‘(1_—0’1)")2]”2}
11+01+[(1+0) - 2)2 |
}. (25)

11-01+[(1 -0) - &]2|
11+b1+[1 +8)° -~ 2]/2
a
One readily shows that the singularity of sk™!(cot8) for 6 - 0 in (23) is cancelled by the behavior of the
function F, given in (25).

In summary, the formula (22), combined with (23) and (25) expresses G,(k, v) as a double integral. The
integral (23) is easy to treat numerically, and the remaining integral (22) involves a principal-value prob-
lem. However, before considering this difficulty, we first discuss the evaluation of G,(k, v) from (14) as
a single integral that takes the same form of (22).

+§{e(a- 11- b])1n|

+0(a- [1+b))0(]1 -b] - a)ln'

C. G,(k,») as a single integral

In order to evaluate G,(k, v) given in (14), with ¢,(z, z’) given in (8), a useful identity is derived in Appen-
dix D:

fo i, %Ko(gl Iz = 2 DILE, (1 = )2k, (1 = 22)72]

12)1/2

1 f(l—xz)llz (1=x , , 2w : 1
= - ! 7 . 6
21(1 = 2)2(1 = X2)V2 J, pdpjo. pdp A de p>+p2 -2pp cosg’ +(z2- 2')? (26)

Noting that in (14) the integral f:odz'(pk(z, z') is needed, the expression (8) for ¢,(z,2’) is rewritten with
the help of (26), and the integration over p’ is performed, resulting in a difference of & functions
2)1/2

Ld ’ ’ 1 % , © ) Pk 1 iblers) (1-x ,
S azu e =g; [ az [ apsinB [ axevto [ pdp
fudad -0 -c0 -1 °

1 (1-x 2)2/2
X f dx' f
-1 0

One then performs the integral over z’ with the help of the 6 functions, and defines a vectori with com-
ponents —(z + £/2) in some arbitrary direction and p perpendicular to-this direction. The integrations over

z', p', and cp' can then be considered.as a volume integral over a unit sphere,

fw e,2) == ) ' ot itern) i PR [ o ) : : (28)
dz' ¥z, 2z =—.-f d ] dxf dp ei?(#+x sin——fdr'ff(r < —— — = ),
37 % ). ) %) pap 2 T N

21 7 r Ly ’ r_ 1
p'dp'f iy’ (2" +x" +3B) - 06(2" +x' - 2k) @7)
o .

p?+p?=2pp cosg +(z-2' )"

where N(F) is the Fermi function on a unit sphere defined above (3), and where t, is a vector of length,

t.=[L]=[0? + (2 x 3R2]2. ' (29)

The volume integral over T’ is easily performed:

1+2,
1-1¢,

1 1-2
3! R(y') ——s = E
fdr N(r') FoLr 21r(1+ 37, In

) . (30)

Combining then (14), (28), and (30) and integrating over p, one finds

Gl(k,u)=%(-zl>z fw__iz____ a [f—z d6(z +x+5k) = 6(z +x— k)

i oV +i€ = k2 dz
(1-x2)1/2
1-£2 1-1¢,
X [ pdp( TR In

1+¢,

1—t_l 1-42
1+:_17 2, In

N
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Integrating twice by parts one obtains

° dz f
fw V+i€e—kz dz dxd(z +x 3k)g(x, 2)

z=0

m f dxf)(z +Xx zk)g(x, Z)

R
1 X z=1%k/2
- —-2¥ 3k, 2
v +i€ - kz 8¢ 2, 2) z=~-(1%k/2)
fl;k/z 1
+ dz——r z2+3k),
B P dzg( (242

-(32)

Applying this more-general result (32) to the
specific case (31), one easily checks that only
the last term of (32) contributes. Furthermore,
substituting the integration variable p by « =p?
+(2+ Lk)? in order to include all the z dependence
in the integration limits of #, the differentiation

with respect to z eliminates the integration over u.

Recombining terms, one then finally obtains

—I;"-z—j:dz <EF(z,—k)—$]-’(z,O)

Gk, v) = Vv +i€ +3k — k2

+sr(z,k)—'s(z,o) )

v+ie -3 —kz/’ (33)

where F(z, k) is given by

o 1-(1+F +2k2) , | 1+[1+K% +2R2]2
Fle, k) ==k [1 7 +0k2) 2 | To[142 +2k2 ]2

D. Final form of G(kk ., 2vE ./ h)

By recombining (13), (22), and (33), the full
expression for G(k kF,ZVEF/ﬁ) is thus given by

Gk kg, 2vEp/i1) =2 f(k v)

1 T(z, k)
% f dz(v +ie — B /2 - kz

-1

(35)
with '
T(z, k) =[50(2,0) - 53¢ (2, k)] - [F(z,0) - F(z, k)]
(36)

The function (z, k) is given in (34) as an elemen-
tary function, and 3C(z, &) is a single integral,
given in (23) and (25).

One then easily checks the symmetry property

T(Z, k)=—‘I‘(—z,—k), (37)

and thus (35) can be rewritten in the form

G(kkp,2VEF/7'i)- f(k v)

B . 1
X f_l dz ‘T(Z,k)<m

1
Tytie +B/2 +kz)'
(38)

As discussed above, the evaluation of ¥(z, &)
presents no numerical difficulties, and the func-
tion is shown in Fig. 1 for several values of k.

The function T'(z, 2), given in (36), can then easily
be obtained, because F(z, k) is an elementary func-
tion (34). The result is shown in Fig. 2 for various
values of k. The function 7(z,k) shows no singular
behavior, and thus the numerical evaluation.of

(38) can be performed by standard techniques, ex-
cept when the denominators in (38) tend to cancel
each other, or when one of the poles approaches
the integration limit. But these two remaining
problems can be treated analytically.

Under the condition |v|> |3#%+ k|, the denomina-
tors in (38) are almost equal, which might intro-
duce numerical inaccuracy. We considered this
problem previously in the limit 2~ 0 (Ref. 27),
and now discuss it in general in Appendix A,
where G(kkg, 2vE/F) is calculated analytically
for |v|> |$E%xE|.

A second problem in evaluating (38) arises from
the possibility that one of the poles approaches an
integration limit. Because

b x X
f p+];(e)— dx= [ dx};EJr)zeJ:(p)
a
i€

~-f(p)In H% » (39)

1€

a logarithmic singularity might occur for |v|

= |32 £ k| if T(x1, k) differs from zero. From (23)
and (24) it is obvious that 5¢(+1, %) =0, as is clear
from Fig. 1. Furthermore it follows from (34)
that (¢+1,0)=0. Therefore (36) yields that 7'(x1, k)
=%(+1, k), which results in

kx2 1+ 1kx1l
TeLE)=F o T
1-(kx1)? 1+lkx1|
e 1) = T I e 10 (40)

Consequently, G(& kg, 2vEg/%) shows a logarithmic
singularity in the region |v|~|3#*+ k|, because
T(+1,k)#0, provided that f(&, v) differs from zero:

G(k kg, 2vEp/h) ||u| ~|p2/z 12l

Zik 2xk
(41)

k

E—ik

1n|u - 2

=~ +f(k, v) k2 1n
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FIG. 1. Function JC (z,k) defined in (23) and (25) as a function of z for various values of %.

From the expression (4) for f(k, v) in terms of the
Lindhard polarizability @,, it follows that f(k, v)
~F? for k-0 in the static limit v =0. The logarith-
mic singularity (41) therefore smooths out near the
origin. Also in the static limit at 2=2, the singu-
larity is cancelled by the factor (2 — k) multiplying
the logarithmic functions.

It should, however, be emphasized that this
singularity (41) might be a mathematical artifact.
Because it is a logarithmic singularity, its influ-
ence extends over a very narrow region in fre-
quency. Furthermore, it would be smoothed out
by any physical effect which removes the cutoff in
the Fermi function.

—_— k=01

=
——— k=05 =
0
..... - k=10
........ k =20

1 |

T T T
-0.75 -0.50 -0.25

FIG. 2. Function T(z, k) defined in (36) and forming one of the basic ingredients in the evaluation of G (g, w) [see

(38)], as a function of z for various values of k.
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FIG. 3. -Im e"(q,w) as a function of w at r¢=2, for (a) ¢/kr=0.2, () 0.5, (c) 1.0, and (d) 1.5. The dotted line indi-
cates the RPA, and the full line represents the results from dynamical-exchange decoupling. The circles in Fig. 2(a)
indicate that the magnitude of the peaks is not precisely known, due to numerical inaccuracy.

Two immediate mathematical consequences re-
sult from the singularity (41). At the parabolas
|v|=|2#2£k|, the real part of the dielectric func-
tion equals 1, whereas the imaginary part of the
inverse dielectric function becomes 0. This is
readily seen from (6). Thus the dynamical struc-
ture factor, including exchange, has a zero as a
function of frequency at the parabola v = |k ~3k?|,
whereas in the RPA approximation only a dis-
continuity in the derivative occurs. This pheno-
menon is illustrated in a few plots of ~Im€ (g, w)
in Fig. 3.

As a second consequence of this logarithmic sin-
gularity, the zeros of €(g, w) do not penetrate
into the particle-hole continuum, but only approach
it asymptotically. Near the continuum, their
oscillator strength strongly decreases and is
taken over by the maxima of Im€™(q, w) in the
continuum. Because at very high frequencies
Q,(g,w) is negative and G(q, w) is positive, as

shown in Appendix A, far above the continuum

1 -G(q,w)Q,(q,w) is positive. At the upper
boundary of the continuum, G(g,w)= - from (41),
and because Q,(g, w) is negative, it follows that
1-G(g,w)Q,(g, w) =—= at this upper boundary.
Thus, with decreasing frequency, 1 -~ G(g, w)Q,(g,w)
decreases from some positive value at very high
frequency to —« at w =fi(gky +3¢°)/m, passing
through zero at some critical value w,. From (6)

it thus follows that €(g, w) diverges at w=w,, and
because Q,(g,w) is negative, (g, w) tends to —
for w decreasing towards w,. However, because
-€(q, w is positive at very highfrequency, azeroin

€(g, w) has tobefound above w,. Itshouldbe noted that
a similar singular behavior of Ree(g, w) also appears
above w =7i(gk, — 3g%)/m, butbecause G(g, w) and
Q,(g, w) have animaginary part, the polein Ree(q, w)
is replaced there by a strongly peaked structure.

In Fig. 4, Ree(g, w) is shown as a function of fre-
quency for several values of the wave vector.
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FIG. 4. Re €(q,w) as a function of w at »;=2, for ¢/kp=(a) 0.2, (b) 0.5, (c) 1.0, and (d) 1.5. The dotted line indi-
cates the RPA, and the full line represents the results from dynamical-exchange decoupling. The circles indicate that
the magnitude of the peaks is not precisely known, due to numerical inaccuracy.

We emphasize again that the maximum in the
structure factor penetrates in the continuum, al-
though the zeros of €(g, w) do not. In approaching
the continuum, the oscillator strength of these
zeros decreases and goes over into the maxima
of Ime™ (g, w).

ITI. CONCLUSION

The equation of motion for the Wigner distribu-
tion, including exchange effects via the dynami-
cal-exchange decoupling, as presented in Ref. 27,

was already deduced in Ref. 20, where an itera-
tion to first order was proposed in order to solve
the resulting integrodifferential equation approxi-
mately. In the static limit, this iterative result
was also obtained from a diagrammatic expansion.*?
In a previous paper, we have shown that this iter-
ation to first order provides the terms to order e*
in the geometric progression of our variational
dielectric function in powers of e2.

The variational procedure was also proposed
previously to treat integral equations of the same
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type,'°+* % where a similar trial solution, as in
Ref. 27, neglecting the momentum dependence,
was used.

But the application we proposed in the equation
of motion for the Wigner distribution function
clearly indicates that the bare exchange effects
are treated dynamically and to the full extent, and
that all other correlations are neglected.

It should also be emphasized that the derivation
of the dielectric function by Toigo and Woodruff?!
is a first attempt to include dynamical-exchange
effects. We discussed the relation between this
first-frequency-moment conserving method and
the variational procedure in Ref. 32. Along the
same lines as in Ref. 21, a dielectric function
can be derived by conserving frequency moments
to infinite order in the Hartree-Fock (HF) approx-
imation.?® The resulting expression for Glg, w)
happens to be identical to the one we derived
earlier in Ref. 27, but in Ref. 28 no explicit
evaluation was performed. The conservation
of the frequency moments in the equation of motion
for the double-time-retarded commutator of the
charge-density-fluctuation operators thus seems
to be equivalent to satisfying the integrated equa-
tion of motion which we obtained by a variational
technique.

The sixfold integral (2) for G(g, w), including
dynamical-exchange effects, can thus formally be
obtained by several methods. But as far as we
know, the reduction to a twofold integral and its
explicit evaluation at arbitrary frequency and wave
vector are for the first time presented in Ref. 31.

The sixfold integral (2) is the key problem for
the study of dynamical-exchange effects. In this
paper we derive in detail how, by using Fourier
representations, it is transformed analytically into
a double integral and is written in a simple form,
adapted for numerical purposes. This evaluation
reveals appreciable exchange effects in the diel-

]

G(kk,,ZuEF/rz)=-§f(k,u)f d3rfd3'r'[

(F -7 kP

ectric function, having implications on the plasmon
dispersion and on the frequencies of the maxima
in the structure factor.*:3%

Near the boundaries of the particle-hole contin-
uum, the logarithmic singularity in G(g, w) in-
duces drastic exchange effects. But the physical
significance of this singular behavior is restricted,
because it results from the cutoff in the Fermi
function. Finite-temperature and higher-order
correlation effects would remove the discontinuity
in the equilibrium distribution, and therefore
smooth out the logarithmic singularity in G(g, w).
Theoverall exchange effects at arbitrary wave vec-
tor and frequency are thus more important physi-
cally than the singular behavior found in a limited
(7, w) domain.

In paper II, the dynamical-exchange-decoupling
method will be tested for its internal consistency
from several sum rules and consistency require-
ments, and an extensive survey of numerical re-
sults will be presented.
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APPENDIX A: EVALUATION OF G(kk ., 20E 7 [h)
IF |v|>> k22 + k|
As discussed in Sec. II, the final expression
(38) for G(k kp, 2vER/T) presents numerical diffi-
culties for frequencies far above the continuum,
because both denominators then tend to cancel
each other. However, this limit can be evaluated
analytically for arbitrary wave vectors.
From symmetry, the sixfold integral (2) for
G(kkp,2vER/f) can be rewritten

1 1

-1

=
IT-T

(v+ie -T-k) (v +ie =T k)

x [9U(EF +5K) - R(E ~ FJRE" +30) - 0E - 5K)], “y

where f(k,v) is defined in (4), and N(F) is the re-
duced Fermi function in a unit sphere, as given
in (3).

In the limit v> |K?/2+ k|, the k dependence in
the denominators of (A1) can be neglected. Then
(A1) becomes

1 f(&, N
Gk ke, 2vE/M) > =5 -f(—yq—”)[l(%, 2, k) -1z, -3, k)
_I(—%) %; k) +I(—%’ "%’ k)] ’
(A2)

I
with
I(s,s" k)= f'dsrf A RE + skNFE +5'k)
(@ -%). kP

I (43)

By translation of the integration variable ¥ into

T +¥/, the integral (A3) can be rewritten ‘

(F. k)
7,2

I(s,s’,k)=f a3 T +sk, §'k), (A4).
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where
TG, 5)= [ @' EF +DRG +5). (&5)

If one 1ntroduces the new integration variable
T - 1(8 +b), the integral (A5) can easily be evalua-
ted in cylindrical coordinates, giving

T(3,b)= $79U3E D)1 - 2|3@-D)]
+313@-B)F], (A6)

and by inserting this result in (A4), we obtain

I. ... 1359

r oy _odm 3(rk
I(s,¢, W =85 [ a1

XNE+ (1 - 2|F +t|+L|F+ |3)
A7)
where

T=4(s-s')k, (A8)

and where the factor 8 preceding (A7) results from
replacing the integration variable T in (A4) by

3. Translating then the integration variable over
—T, and expressing the integral in spherical coor-
dinates, (A7) becomes

4r f 2 3,.,13 fl (rtu - 2)?
I(s,s’,k)=8— 37 27 dr(1 = 37 +37°) _ldum
2 1 -
——Bﬁ% dr(r‘—%r5+ér7—3t?(72— 3 +27%) +-—-(r +3 (@2 - £#)>?1n :J > (A9)

Although the further evaluation of (A9) is elementary, it is rather lengthy, and after a tedious calculation

one eventually finds

I(s,s,B)=-

2¢°

8gﬁk_2[ 1 181#
3 £12

where ¢ is given by (A8).

Tx9 " 5x7 5 3

XTX9  2X3x5XTx9 2X5xTx9 5xTx9

e (1-5) o5

1-¢
1+¢

3¢ ¢ ts)l ], (A10)

It is worthwhile to mention that, for small values of t, a Taylor-series expansion yields

I(s, s, B)s=m k(35 + B2 +.. ). (A11)
Inserting (A10) into (A2), and using (A8), one then finally obtains, with some algebra
flk,v) 12872 1 38 (@)2 71 (g)‘
ka“2VE”%%W;ﬁé“H' vE 3 12xTx9 7 3x5xXTx9\2/ T 2x5xTx9\2
2 —)6 + 2 (E>6 [1 1(k 2] In 1-(zk)
5xTx9 5xT\2 9\2/ (Eik)2
11 3 (EV 1(E\ 1&6] 2-k
+u[u9‘5w49*$@)'§ﬁ 7% (- (a12)
1
Using (A11) in (A2), the long-wavelength limit of metallic densities.
k-0 can easily be found: Finally, another interesting limit can be ob-
Ak, v) 8 tained from (A12). In the limit of very large &
Gk kg, 2vER /)55 ;1%%3. (A13) (but with a frequency still satisfying |v|> |3£%+ k),
v a Taylor-series expansion in 1/f yields
From the definition (4) of f(k,v), one therefore Ak, v) 32
obtains in the long-wavelength limit, and, in the G(k kg, ZvEp/h‘)mT T
original units (g, w) using (1), B> @
o s 1/ay cop(i-2he..)
Gla, o) L ok L (’1 , (a19) Tk
°15 w? m*n® Qi(gq, w) @) 0\ &g

which is exactly the result we obtained previously,?”

and from which it follows that the slope of the
plasmon branch in the long-wavelength limit is
lower by 10% to 20% compared to RPA in the range

b

This resuit will turn out to be very useful in
paper II, when the third-moment sum rule will be
discussed.
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APPENDIX B: EVALUATION OF
A(ab.e) = [ dE(1/DK (Ea)T (£b)T (o),
a>0,b>0,¢c>0

Quite generally, this type of integral can be
written as the fourth-type Appell hypergeometric
function of two variables,*® which in this case re-
duces to

Ala, b, c)~4a2F4(1 1;2,2; - az a2> (B1)

Because of the special values of the indices, it
is possible to transform (B1) into an elementary
function, by using the integral representation®

F (1,1;2,2;x-xy,y — xv)

1—ux-uvy

=f duf A gy T g o T=uxfA-wp’ (B2)

which is valid if |x|<p, |y|<p’, where p and p’
are some numbers, satisfying the conditions
p+p'<1land [p(1+p")]2+[p"(1+p)]"2< 1.

The fact that one has to consider the analytic
continuation of (B1) and (B2), if these conditions
are not fulfilled, makes it easier to follow another
procedure, which is based on an integral represen-
tation for the product of two Bessel functions of
the same order (Ref. 33, p. 367):

IDIAD P, 5T

f p J,((Z%+2% - 22Z cosp)* ?)
psiny (Z8 +2° = 2zZ cos)'®

The integral A(a, b, c) then becomes

be fn sin®ep
Ala, b, ¢)=— d</’(b2 +c? —2bc cosg)?

f dEK(Ea)d, (£(B? +c2 — 2bc cos )/ ?).
(B4)
As a function of £, the integrand is now a product
of two Bessel functions, which by integration

yields an ordinary hypergeometric function (Ref.
33, p. 410)

be L 7 e
A(a,b,c)—Tr zJ dosin®g,

2, 2 _
F, (1’ 1;2; b +c aszc cosg) )
(B5)

By using a standard integral representation for
the hypergeometric function, one obtains

1 1 T
A(a,b,c)=—f dtf desin®g
4r J,

0
@Z +(b% +c2)t
X (——————2th - cos¢) . (B6)

The integral over ¢ can then be done by elemen-
tary methods:

_1(tdt )@+ (B + )
A(”’b’c)'z;fo t{ 2bct

E) - e

Finally performing the integration over #, one

(B3) obtains
|
-+ +W cz—b2+az+W) ’
- ~h2 2 21,2 T TG TW 27,4 T9 TE TW 8
Ala,b,c) = 4bc( W= -02=c?)+b%1n 57 +c%1n 57 , (B8a)
where
W ={[e& + (b~ cll & +(b+c)P]}V2. (B8Db)
Comparing (B8) with the result of Appendix D, we find the relation
£ dE 1 1 fb fc , , f21r f21r , 1
— I —— — 7 . B9
Jo‘ gKo(ga)Jl(gb)Jl(gC) 4bc 1r2 A pdp A p dp o d<P o d(p p2+plz—2pp COS(p +a2 ( )

This transformation (B9) has been very useful in Sec. II for reducing the contribution of the second-order

pole in G(k kg, 2vER/T) to a single integral.

APPENDIX C: EVALUATION OF
F(b,a) = [ di(sink/E)(d/dE)1T (at)sinbE] ab >0

In Sec. II, the contribution to G(kky, 2vER/T)
from the product of factors containing first-order
poles, could be expressed as a double integral,
because F(b, a) can be expressed in terms of

elementary functions (22)-(25).
Applying

Jl(aﬁ) = [Jo(ag) Ip(ab)], (o3}

the integral F(b, a) can be written as
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F(b, a) =3aFy(b, a) +bF,(b, @) - 3aF,(b, a), (C2a)

where

Folb, a)=f dg% sin¢ sinbé Jy(at), (C2b)
o
« 1 .
Fl(b,'a)=f dﬁz sing cosbé J,(at), (C2c)
o
J

e, ”)zﬁ{z - ola= b+ 106 -+1)1 - (Tf—b)z]m ~oa=]o-1)(1-0)1 - (T—EE)Z],} ,

1

Fz(b,a)=—§-a7{—4b +0(a-|b+1))(b +1)2[1 - (1 fb)z]m—e(a—lb— 1 -b)2[1 ‘(1fb>2]1/2}’

where the O function is defined as in (18). How-
ever, this procedure fails in evaluating F(b, a)
because both terms that would result from writing
the product of trigonometric functions as a sum

would diverge. We therefore use the integral
[1+3]

ELECTRON GAS WITH... . I. ... 1361

F,(b, a)=f d&é— sin¢ sinb§ J,(at). (c2d)
[}

By expressing the product of trigonometric func-
tions in (C2c¢) and (C2d) as a sum of trigonometric
functions, both the integrals for F,(b, @) and
F,(b, a) are sums of integrals of the Weber-Schaf-
theitlin type (Ref. 33, p. 405), yielding

(C3)

(C4)

The integral over £ is again of the Weber-Schaf-
theitlin type:

l1+5]
F’o(b,a)=—;-fl |dy6(a—y)@z_—1az—)1—/z, Cmn

1-b

and this integral can be done by elementary meth-
ods. Combining the result with (C4), (C3), and
(C2a) one finally obtains

1 siné sinbt == dy sin&y (C5)
€ 2
to rewrite (C2b) as

1 11+b]| L .

Fo(b,a)=§ ol dyj; dt singy Jy(Ea). (ce)
)

_ A2 ) 2172 2172

F(b,a) =52 {e(a_|1+b;)[1_(1fb)] -e(a—ll—bl)[l—(lfb>] }

1+b+[(1+0)? - 2]

+% {6(a—|1—b|)1n’

+0(a-|1+b))0(|1-5|-a)1n

1+b+[(1 +b)2—a2]1/2}

11=b1+[(1 =) - a?/2 p
(c8)
APPENDIX D: EVALUATION OF
J(a?,b%,c?) = (n?)! job pdp [ p'dp’ [FTdp [} dy'(p* +p'* -2pp  cosp +a*)? a,b,c >0
Because of the inequality p® +p'2 +a®> 2pp’, the integrations over ¢ and ¢’ are straightforward:
b c
J(&, b2,02)=4‘f ,pdpf p'dp’[(0® +p"% + &)? - 4pp"?] V2, (D1)
(o] 1]
The remaining double integral is not very difficult, if one introduces the new integration variables
n=p*=p%, E=p*+p"?, (D2)
yielding
1 ] n+2c2 1 2 - n+202
s v, =g an [ asepr2eeray ok [T an [T are ek ane
-c2 -7 2 0o n
1 (o n+2c2
——f dnf dE(m? +2dE +a*)"V2, (D3)
2 2 2 -n+202

Performing the integrals over £, one obtains
bz-cz

0 »2 82
s 8,0 =5 ([ antns @y vaccre - [ anln-at| [ antn- @@ sacerre - [T anese),

(D4)
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which again is rather elementary:

E-b+d+W

J(az;sz 02) =%(W— a2 - bz - CZ) +b2 In

24
where

=[(82 - ) + 2628 + &%) + ]2

+c%1In

AND L. F. LEMMENS gl

V= +d +W
v s (D5a)
(D5b)

Comparing this result with the result (B8), one readily finds the relation

1 j'b j‘c , '[21\' 2T , 1
=J pdp A p dp A do A do TP 2pp cosg @

~abe [ ae3K(a0),00)(c8), (06)
o

which is used in Sec. II to calculate the contribution to G(k kp, 2vE /%) from the poles of second order as

a single integral.
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