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Exact solution of the Kahana equation for a positron in an electron gas
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It is pointed out that the spherical approximation used by Kahana when solving the Bethe-Goldstone equation for
a positron in an electron gas is not satisfactory. In this paper the Kahana equation is treated as a two-dimensional
integral equation and solved by expressing the electron-positron wave function as a series of Legendre polynomials.
From the solution obtained in this way, the new values of the enhancement factors and total annihilation rates are
computed. It is shown that the shape of the enhancement curve for large momenta differs from that obtained by
Kahana. Moreover, the total screening charge and its distribution are found. These are analyzed and compared with
equivalent distributions for 7, =2, 3, and 4 obtained by Sjélander and Stott and also Arponen and Pajanne. The
essential contribution of higher partial waves to the screening cloud neglected by previous authors is emphasized.

I. INTRODUCTION

It is well known that the angular-correlation
measurements of positron annihilation quanta
(ACPAQ) yield information about the momentum
distribution of conduction electrons, and for this
reason they are of direct interest for the study
of the Fermi surface of metals and also of the
electronic wave functions. However, in order
to obtain the proper information about these quan-
tities from experimental data, an appropriate
theory of electron-positron interaction, at least
for the jellium model, is necessary. Such a
theory based on a Bethe-Goldstone-type equation
for the two-particle electron-positron system
was proposed by Kahana'! in 1963. This equation
was obtained by summing the infinite set of ladder
diagrams for a static screened interaction. It is
worthwhile to point out that this equation leads
directly to the electron momentum dependence of
the annihilation probability, which is very impor-
tant for the interpretation of experimental data.
Moreover, the values of the total annihilation
probability obtained in the Kahana approach turn
out to be in rather good agreement with experi-
ment for 7, < 4 (v, is the radius of a unit electron
sphere). Unfortunately, as was shown by Crowell,
Anderson, and Ritchie?® the ladder approximation
used by Kahana breaks down for », =5, leading
to divergent total annihilation rates in this region.
Besides, as was pointed out by Bergersen,3 the
charge sum rule is violated in the Kahana treat-
ment. It should be mentioned here that Carbotte,*
adding some sets of diagrams to the ones included
by Kahana, tried to remedy the overaccumulation
of electronic charge around the positron to which
the Bethe-Goldstone equation leads if the static
random-phase approximation (RPA) is applied for
the potential between an electron and a positron.

An alternative approach to this problem was

proposed by Sjolander and Stott? based on a theory
elaborated earlier by Singwi et al.’ for the jellium
model. It consists in computing in a self-consis-
tent manner the electronic charge-density distri-
bution around the positron. The values of the
total annihilation rates calculated by Sjolander and
Stott are in striking agreement with those of Ka-
hana! and particularly Carbotte,® including the di-
vergence at low densities (Fig. 1).

Bhattacharyya and Singwi’ made an attempt to
eliminate this incorrect behavior of the total
annihilation probability for large ;. They intro-
duced into the formalism of Sjolander and Stott
the effect of three-particle correlations (Bhat-
tacharyya and Singwi call “three-particle correla-
tions” the contributions from exchange and Cou-
lomb correlations between the screening elec-
trons). However, their theory turned out to be
strongly dependent on a parameter which follows
from the theory; however, a different value of
it is chosen in order to get reasonable results in
the low-density region. Moreover, their calcula-
tions and also those of Sjolander and Stott do not
provide the momentum dependence of the anni-
hilation probability that is so important for the
interpretation of the experimental curves.

Recently Arponen and Pajanne® proposed a new
approach to the problem of electron-positron in-
teraction in jellium. Their approach is based on
a self-consistent formalism in which the electron
gas is described by a set of interacting bosons,
representing collective excitations of the RPA
state treated as the unperturbed state, From the
exact Hamiltonian of the interacting electron gas
Arponen and Pajanne kept, inadditionto the posi-
tron kinetic energy and the electronic RPA energy,
the most important electron-electron interaction
terms beyond RPA i.e., terms of second order in
the boson operators, including also contraction
of higher-order terms responsible for the Fock
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FIG. 1. Comparison of different theoretical annihila-
tion rates with experimental results. Curve 1is the
Kahana result. Curves 2 and 3 represent the results of
Sjolander and Stott, and Bhattacharyya and Singwi, re-
spectively. Curve 4 is due to the calculations of Lowy
and Jackson, and curve 5 is the result of Arponen and
Pajanne. The circles show different experimental re-

sults.

and Hubbard self-energies), and for the electron-
positron interaction they included terms up to the
second order in boson operators. It should be
pointed out that the enhancement factors obtained
in this approach increase when the electron-posi-
tron pair momentum approaches the Fermi sur-
face. Generally, they behave according to the
Kahana formula

e@)=a+vp? +cpt (1.1)

but the ratios b/a and c/a decrease with increasing
7, unlike the ones proposed by Kahana. One
should remark that until now through experiment

it has not been decided which of these two ap-
proaches gives the proper result.?™?

With regard to total annihilation rates, no di-
vergence in the low-density region was found by
Arponen and Pajanne. It is important to add here
that just the inclusion of the electronic non-RPA
correlation effects in the Hamiltonian was of
paramount importance for obtianing nondivergent
results for the total annihilation rates at large
Vge
It seems, then, that the behavior of a positron
at rest in jellium is relatively well understood,
though the problem of the optimal choice of a two-
body electron-positron phenomenological equation
is still open. The remark of Arponen and Pajanne
that “. .. the problem of a light impurity in an
electron gas cannot ultimately be reduced to a
two-body problem, whatever effective interaction
is used . . .” is not an answer, since belief in

momentum conservation in the two-body electron-
positron system is the basic assumption while
applying angular correlation in studies of the
electronic structure of metallic materials. So,
we are of the opinion that the Kahana approach
has a definite value, and it is worthwhile to elab-
orate on it in more detail than previous authors
did. This approach, however, was criticized by
Lowy and Jackson,' but these authors themselves
hardly proposed a better solution, at least not for
metallic densities. Their main objection against
the Kahana theory concerned the way of including
the Pauli exclusion principle. Since the Kahana
equation is obtained by introducing the Pauli ex-
clusion principle into the Schrédinger equation,
they ask whether Kahana introduces superfluous
restrictions concerning the wave function. Name-
ly, he neglects the possibility of electrons scatter-
ing under the influence of the potential into empty
places within the Fermi sea already left by other
electrons scattered by the positron. The impor-
tance of this contribution is shown in the heavy-
particle case by forming a new orthogonal set of
eigenfunctions obtained from the Schrédinger equa-
tionwithout introducing Kahana’s restrictions. For
this reason, in order to obtain the wave function
for an electron-positron pair, Lowy and Jackson
used the half-shell Lippman-Schwinger equation
with the electron-positron effective interaction.
They solved this equation for several densities
and obtained annihilation rates which were slightly
higher than those obtained from experiment. How-
ever, they did not publish the momentum-depen-
dent annihilation probabilities very often referred
to in terms of enhancement factors. Nevertheless,
it follows from the calculations we have performed
according to their suggestions that the enhance-
ment factor decreases with increasing electron
momentum,!® and this contradicts experimental
results obtained for low!!*1 35 well as for high
electron densities, e.g., in aluminum,'® So
although Kahana’s formalism has some drawbacks,
so far it is the simplest one leading to increasing
momentum-dependent enhancement factors. Of
course the important objection against it is the
lack of self-consistency. In order to achieve it,
however, it is necessary to solve the Kahana
equation more exactly than it has been up to now,
and this is exactly the purpose of this paper. To
be sure, as was mentioned before, Carbotte* tried
to satisfy the displaced-charge sum rule, but
our objection to his approach is that he should
have used the exact solution of the Kahana equa-
tion instead of the spherically symmetrical ap-
proximation.

Moreover, the Kahana equation neglects ex-
change and Coulomb correlations between screen-



ing electrons. It was pointed out by Bhattacharyya
and Singwi’ that these effects effects play an im-
portant role in removing the divergence of the
total annihilation rates in the low-density region,
So it may be expected that after including in a
self-consistent way electron-electron correlations
into the Kahana formalism, the low-density di-
vergence will disappear. Because of the above
considerations and hoping that the Kahana ap-
proach could be a starting point in building the
theory of positron annihilation in real metals, we
share the opinion that the first necessary step of
this program is done in this paper.

In Sec. Il we present a set of integral equations
for all partial waves, which should be solved in
order to obtain the exact solution of the Kahana
equation and describe the way of solving it. Sec-
tion I is concerned with enhancement factors and
total annihilation rates calculated using the exact
solution of the Kahana equation. The results ob-
tained in the spherically symmetrical approxima-
tion and those of Arponen and Pajanne are also
presented for comparison. Then Carbotte’s
formula for the enhancement factor obtained after
introducing Bergersen’s so-called vy correction
is briefly discussed, and its dependence on the
higher-than-zero partial waves is demonstrated.
Section IV is devoted to the computation of the
total electron screening charge distribution around
the positron. The results obtained using the exact
solution of the Kahana equation are compared to
those of Sjolander and Stott and also Arponen and
Pajanne. The contribution of higher partial waves
to the total electron density distribution around the
positron is shown to be essential. Finally, in
Sec. V we draw conclusions and give a short dis-
cussion of our results. Some preliminary results
of this work have been published elsewhere!’*?
(cf. also Szotek!® and Bororski??).,

II. SOLUTION OF THE KAHANA EQUATION
The Kahana equation in 2 space has the form
- o U(k -p)
K)=a gy
x(p,k)=a o= —

a

+—_‘?—"==—_—""—' d-.UE_‘. ”" s
Kt (k—p) —p° [ml q Uk —q) x(p,q)
(2.1)

where momenta are expressed in units of pp (Pp
is the Fermi momentum). Here a=7/87%=0.33
x7,/8m. x(p,K) is the Fourier transform of the
amplitude x3(X,,X,) defined by the formula

- . 1 e - -
‘I’S(xka):f;e“xe * X5(Xer Xp) 5 (2.2)

and ¥;(X,,X,) determines the wave function of the
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electron-positron pair corresponding to the initial
electron momentum p. Here X, and X, are elec-
tron and positron coordinates respectively. U(k)
is the Fourier transform of the effective potential
of the electron-positron interaction. Generally,
the solution of Eq. (2.1) can be expressed as a
partial wave expansion

- 1w
X(B,0)= 5 2 ax(p,k) Py(cosd) , (2.3)

where P, are Legendre polynomials, 9 is the angle
between p and k, and a,=(2n +1)/2. However,
until now the Kahana equation has been solved only
under very drastic assumptions which reduce this
two-dimensional integral equation to a one-di-
mensional integral equation. [Kahana carried out
an angular averaging of Eq. (2.1) over all direc-
tions of 5 and obtained a one-dimensional integral
equation for x(p,k). This way of calculating
x(p, k) will be further referred to as “spherical
approximation.”] Of course, the spherical ap-
proximation made in order to obtain in a simple
way the solution of Eq. (2.1) is not valid for p
close to pr and must lead to an incorrect descrip-
tion of this region. So one should treat the pro-
blem more carefully, especially in the immediate
neighborhood of the Fermi surface, and solve
Kahana equation more exactly then was done by
previous authors.

Introducing (2.3) into Eq. (2.1) we obtain the in-
finite system of integral equations

—_n P ntlp
x"(p’k)_zn'i'l A Xn-l(p;k)+ m+1k Xnﬂ(p:k)

T T ("
+m Unp,k) +§7_T-k_j; dq qU,(k,q)x,(p,q)

(2.4)
(for n=0,1,2,...), where

U,.(P,k)=j:: U(p,k,x)P,(x)dx . (2.5)

However, because of the weak convergence of
the expansion (2.3) caused by the singularity
of x(p,k) when p tends to k, solving Eqgs. (2.4)
is not the best way of obtaining the partial waves
Xa(P,k). A more appropriate way is solving the
following equation:

&(p,k)=al(p-K)
2(p,)
*+@-pr-p*’
(2.6)

+af dq Uk -9)
131 =1

where

(0, k) =[#* +(k - p)* =p*|x(p, k) . 2.7
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The above function is slowly varying when B tends of a few terms only. Thus expanding it and also
to pr and exhibits only a weak anisotropy. It has the other functions in (2.6) according to Legendre
the advantage to have no singularity at p=k, so polynomials, we obtain the infinite system of in-
the expansion of g(p,ﬁ) into partial waves consists tegral equations
]
2na
£ap ) =aUp, ) +232 [ g qU"(k,q)[Eamgm(p,q)Pm,,<( Henn(D) ] (2.8)

where @,(x) are Legendre functions of the second kind, and m,n* (m ,n’) means the smaller (bigger) index
from the two. The relation between the functions x,(p,%) and g,(p,*) is given as

X,k =3 2 a,,.g,.,(p,k)Pw(f) Qmw (f) : (2.9)

Equation (2.8) is solved by iteration. U, are taken as zero approximations for g,, i.e.,
g ,k)=U,p,k) form=0,1,2, ..., n,.

The quantity », limiting the number of equatlons in (2.8) depends on the initial electron momentum p, We
found that it sufﬁces to take n, =3 for |p[ <0.8pr, and n,=6 for close to pr. Then using the above
approximation we solve Eq. (2 8) for g, (p,%) and obtain g(;“(p k). Generally, the consecutive approxima-
tions g‘“ of g, are obtained as a result of computing the right-hand side of the equation

g (p,k)=al(p, k) +£@—f dq qUn(k,Q)[aogo“(P,CI)P (p) < )"'axgl“(.i’,q)Pl(%)Q"(%) L

ng;""@,q)P"(%) Q,.(%) +e v +a, £000,9)P, (p) ( )] :
(2.10)

where¢=1,2,3,...; =0,1,2,..., n,. The system of equations (2.10) is solved until the condition

20, k) =2 V@R | 06
10
£:.,k)

is satisfied, and then it is assumed that

g0 k) =8,"(p,k) .
It is necessary to add that, when solving Eqs. (2.10) in order to account properly for the behavior of g,
when % is close to the Fermi momentum, the & points between pr and 1.2p; were chosen according to the
logarithmic scale and their number increased when p approached the Fermi surface.

Our calculations were performed on the computer ODRA 1305 for the static RPA and the exponential
screening (ES) potentials (the latter was proposed by Stachowiak® and it is in better agreement with the
RPA potential than the Yukawa potential) for »,=2, 3, and 4, and several momenta p chosen in the range
0-0.9999-. These potentials expressed in units of pr are, respectively,

47
U 11
sreal(k) = RH{1 +(7/k°)k +(1 ~0.25k%) In| (% +2)/(k = 2)1]}’ (2.11)
87 +k°
Uzs(k)-‘lﬂm (2.12)
I
The wave functions x,(p,%) obtained in this way The results presented in this paper correspond to
were used for calculating the enhancement fac- the case when the static RPA potential is used in
tors, the total annihilation probabilities, and the the Kahana equation,

screening charge distribution around the positron.



III. ENHANCEMENT FACTORS

The enhancement factor is defined by the formula

s, %) ’
O =Tl T |5z, @1
where ¥(x,,X,) is the wave function of a noninter-
acting electron-positron pair, and ¥;(x,,x,) is the
solution of the Kahana equation. This quantity
characterizes the distortion of the electron wave
function by the positron. It gives information
about the relation between the electron momentum
distribution obtained from the positron annihilation
studies and the real one. Therefore knowledge of
the enhancement factor is necessary for a proper
interpretation of the experimental data in terms
of Fermi surface, wave functions, occupation
numbers, and electron density.

The most striking conclusion is that Kahana
and also other authors have never tried to solve
the Bethe-Goldstone equation for larger electron
momenta p, namely, for p greater than 0.9pp,
eveninthe spherical approximation. They assumed
that the formula(1.1) describing the electron momen-
tum dependence of the enhancement factor, proposed
by Kahana onthe basis of the spherical solution of
the Bethe-Goldstone equation for three electron
momenta only (p =0, 0.5, and 0.75 in units of pg),
is valid in the whole region between 0 and py.
However, our computations that were performed
using both the exact and spherical solutions of the
Kahana equation [ for potentials (2.11) and (2.12)]
led us to the conclusion that it is impossible to
describe properly the behavior of the enhancement
factor by so simple a formula, and without solving
the set (2.10). This can be easily seen from Figs.
2 and 3.

In Fig. 2 we present the relative enhancement
factor as a function of the initial electron momen-
tump, calculated onthe basis of the exact solution
(curve 1) in comparisonwith the curve following from
both the exact solution and the formula (1.1)
(curve 2). Here the results obtained according
to the formula (1.1) using the parameters a, b,
and ¢ calculated on the basis of the spherical
solution (curve 3), and those of Arponen and
Pajanne® (curve 4) are also given. As can
be seen, the slopes of these curves are quite
different, and the values of the enhancement
factor calculated using the exact solution of Eq.
(2.1), presented in Table I, differ appreciably
for large momenta p from those obtained accord-
ing to the formula (1.1) with parameters a, b,
and ¢ calculated from the solution of the set (2.10)
(curve 2), and moreso from those represented by
curve 3. It seems to us, however, when com-
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FIG. 2. Relative momentum-dependent enhancement
factors. Curve 1 refers to the results obtained using the
exact solution of the Kahana equation. Curve 2 was ob-
tained according to the formula (1.1) using the parame-
ters a, b, and c calculated on the basis of the exact
solution. Curve 3 refers to the enhancement factors ob-
tained using both the spherical solution and the formula
(1.1) and curve 4 represents the results of Arponen and
Pajanne.
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FIG. 3. Momentum-dependent enhancement factors.
Curves 1 and 2 were obtained according to the formula
(3.1) using the exact solution of the Kahana equation and
the spherical one, respectively. Curves 3 and 4 were
calculated according to the Carbotte formula (3.4) based
on the same solutions as previously.
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TABLE I. Values of the enhancement factors calcu~
lated according to the formula (3.1) from the exact solu-
tion of Eq. (2.1) using the static RPA potential.

Enhancement factor € (p)

b V=2 7,=3 re=4
0.05 3.425 6.067 10.954
0.1 3.430 6.079 10.974
0.2 3.451 6.125 11.084
0.3 3.487 6.206 11.274
0.4 3.540 6.326 11.564
0.5 3.613 6.495 11.964
0.6 3.712 6.725 12.524
0.7 3.846 7.038 13.304
0.8 4.034 7.488 14 454
0.9 4.322 8.196 16.334
0.945 4.520 8.691 17.694
0.99 4.843 9.509 20.004
0.9945 4.895 9.642 20.394
0.999 4.962 9.813 20.884
0.999 45 4.971 9.835 20.944
0.9999 4.982 9.862 21.024

paring curves 1 and 2, that the deviation of the
enhancement factor calculated using the exact so-
lution from the behavior described by the formula
(1.1), is mainly due to the lack of self-consistency
in the Kahana approach. Our preliminary consid-
erations show that the overaccumulation of elec~
tronic charge around a positron particularly in-
fluences the enhancement factors for momenta
close to the Fermi momentum. Removing this
excess of charge decreases the values of the
enhancement factor mainly in this region, making
the momentum dependence weaker, Therefore one
can expect that if self-consistency in the Kahana
approach is achieved, curve 1 (see Fig. 2) will
probably approach curve 2, However, the dif-
ference between curves 2 and 3 is still consider-
able, meaning that the exact solution of Eq. (2.1)

is significant for describing properly the behavior
]

_U(m -p)

QN N\ _ > T B o
X (p:m)—X(p,m)"'(zn)f& m2+(m2+(m_§)d_pz

one gets

e(P)-—1+f mdm[zﬁp f;mw_mg_@_)_z_[l L(p)]

.,,m+p -p

of the enhancement factor following from the
Kahana equation in the immediate neighborhood
of the Fermi surface. Moreover, it is necessary
to add that the differences between the values of
the enhancement factor calculated using the exact
solution and the spherical one increase with in-
creasing 7,.

Of course, we share the opinion that the problem
of the real behavior of the enhancement factor with
respect to the initial electron momentum p is still
open, It can be said, however, that the Kahana
equation leads to the enhancement factors pre-
sented in Table I instead of those computed by
Kahana,!

With regard to the Carbotte correction to the
Kahana approach we have found that the formula
for the total enhancement factor, derived by
him after including the infinite set of diagrams

Fod + B o+

(3.2)

in order to ensure that the displaced-charge sum
rule was satisfied, depends on the value of all
partial waves. Indeed, inserting (2.3) into Car-
botte’s formula

4. T -~ Um=-p)
e(p)-—1+-8-;gfdm m® + (@ - p)? -p°

+zfdﬁ’1 L -P)x®(5, i) (3.3)

+ f i aih (@, LG - N, )

where

+41 3 a, (Lmphtp ) 100m) [ am’ mLyonmom )] (@
n=0 1
r
Here L(p) =p%/(* + {1 + (4p)(1 - 0.25p%)
1
Lo(m,m )=[_l dAxL(m ,mi, x)P,(x) , (3.5) X 1nf(p +2)/(p ~2)]) .

and

So, it is obvious now that Carbotte should have
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TABLE II. Annihilation rates obtained from the mo-
mentum-dependent enhancement factor.

Annihilation rate (10° s-)
Spherical solution Exact solution

Formula Formula Formula Formula
7 3.1) (3.4) (3.1) (3.4)
2 5.774 5.585 5.870 5.640
3 3.172 3.007 3.240 3.069
4 2.617 2.453 2.697 2.551

used the exact solution of the Kahana equation
while taking into account Bergersen’s objection.
Indeed, if the total screening charge is not com-
puted properly, how can we know to what extent
Kahana approach is not self-consistent ? Let us
remark at this point that Kahana’s enhancement
factor depends only on the zero-partial wave.
Besides, it is worthwhile to note that the method
of solving the Kahana equation presented in this
paper allows us to determine the zero-partial
wave better, than is possible in the spherical
approximation.

The difference between the enhancement factors
calculated according to the Carbotte formula using
either several partial waves, or only the spherical
solution of Eq. (2.1), are presented in Fig. 3
(curve 3 and 4). Here the enhancement factors
obtained according to formula (3.1) based on both
the exact solution (curve 1) and the spherical one
(curve 2)arealso presented for comparison. Of
course, the contribution of higher partial waves
to the enhancement factor is particularly impor-
tant for momenta close to the Fermi momentum
and also for lower densities,

In contrast to the enhancement factors, the total
annihilation rates do not change as much when
taking into account higher partial waves. This
is shown in Table II. For comparison we pre-
sent the values obtained using the enhancement
factors computed according to the Carbotte for-
mula and also according to (3.1) either for several
partial waves or for the spherical solution.

The main conclusion of these calculations, with
respect to enhancement factors, is that formula
(1.1) proposed by Kahana on the basis of the spher-
ical approximation for p < 0.75p, does not describe
properly the behavior of the enhancement factor
in the immediate neighborhood of the Fermi sur-
face.

IV. DENSITY DISTRIBUTION OF SCREENING
ELECTRONS AROUND A POSITRON

In Sec. II the method of calculating electron-
positron wave functions has been presented. The

functions obtained in this way will be used now
for computing the screening charge distribution
around the positron. It is well known that the
Kahana approach leads to an overaccumulation
of screening charge around the positron. This
overaccumulation, of course, affects the annihil-
ation rates and the enhancement factors, as has
been mentioned in Sec. III. Knowledge of the
screening cloud distribution, however, may be
of great importance for improving the Kahana
method. Such a distribution may be used subse-~
quently for investigating the behavior of a posi-
tron in real metals.

Applying formula (2.2), the contribution to the
screening cloud around a positron of the electron
state determined by the momentum p may be ex-
pressed as

1

2 l‘ps(ge ,ip) IZ =2.’V e + Xp'(ge,gp) 2

:i% (1 +2 22 x(p,K) cosl (p - R)7]

k>bp

Y e“i'i'ﬁx(ﬁ,l?)x(ﬁ,ﬁ’)) :
%655,

where T =X, -X, and the factor of 2 is due to spin.
The screening charge distribution Ap(») around
a positron can be obtained after integrating (4.1)
over the positron coordinates i,, and summing
over the initial momenta p <pr. Since the distri-
bution is isotropic, it is possible to average (4.1)
over all directions of . Expanding all functions
in (4.1) into Legendre polynomials, depending
on the angle between k, k', and p, and switching
from summation to integration, one obtains

AP('V) =,'”§ -/().;de p? Ean[jn(pr) +77Kn (p,’i’)]K,,({),')") ’

(4.2)

where

Kp,r)= [ ak ko, Yi(hr) (4.3)
b
and j,(x) are spherical Bessel functions of order
n. This result is based on the formula (see Bo-

rofiski®?)

Vo sin[ (@ =k = 2pkx)! %]
[‘ dx (BT —F —2pkx) 2 P (x)

=27], v )inllr) . (4.4)

The expression (4.2) was used for calculating
values of the electron density at distances from the
positron between 0 and 12p;. Since the functions
Xn», for n greater than the order of the set of equa-
tions, are not known exactly, we have limited the
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FIG. 4. Total electron-density distribution around the
positron for »,=2. Curves 1, 2, and 3 indicate the con-
tributions obtained when including in the computations
one, three, and six partial waves, respectively.

number of partial waves in (4.2) and have taken
into consideration only six of them. With regard
to possible, similar calculations in the future, it
may be interesting to note that the contribution
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FIG. 5. Total electron-density distribution around the
positron for »,=3. Curves 1, 2, and 3 refer to the re-
sults obtained when including in the computations one,
three, and six partial waves, respectively.

to the electron density coming from the nonlinear
[i.e., containing x(p,k)x(p,Kk’)] term in (4.1) is
very small for »> 9p,™, and we can neglect it in
this region.

In Figs. 4-6 we can see that taking into account
higher partial waves is of essential importance
for obtaining the correct screening charge distri-
bution, especially for » ~2p"!. The differences
between curve 1 which results from the Kahana
equation in the spherical approximation and curve
3 are very large in the range » 2pp .

Of course, for » =0 only the s wave gives a
nonzero contribution. For larger distances the
contributions of partial waves with » differing
by one are close in magnitude. Therefore many
partial waves must be taken into account in the
total screening cloud distribution. For greater
distances they compensate each other to such an
extent that we do not observe any Friedel oscil-
lations in the total distribution of the screening
charge.

The total electron charge contained inside a
sphere of radius 7 is given by

Qur)=4r f(l " aplr) Par (4.5)

Curves showing this dependence for »,=2, 3, and
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FIG. 6. Total electron-density distribution around the

positron for »;=4. Curves 1, 2, and 3 are due to the
contributions obtained when one, three, and six partial
waves are included in the computations, respectively.
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FIG. 7. Dependence of the total electron screening
charge on the distance from the positron for »;=2, 3,
and 4.

4, and obtained when six partial waves were
taken into account, are presented in Fig. 7.

The Kahana equation can be self-consistent only
if the total screening charge is equal to one elec-
tronic charge. However, it is easy to see that we
have a considerable excess of screening charge for
all values of 74, and if we were to take into account
all partial waves, this charge would be still bigger.
The radii of spheres containing an electron charge
equal to one for »;=2, 3, and 4 are, respectively,
5.7, 3.4, and 2.0 (in units of p™).

Now let us compare the electron density distri-
bution around the positron with that around a heavy
particle given by three (s, p, and d) partial waves
and computed by Stachowiak?®® in the RPA approxi-
mation, One can clearly see (‘,Fig.S) that the con-
tribution of higher-than-s partial waves to the
screening of a heavy particle is considerably
smaller than in the case of a positron. This fol-
lows from the fact that the positron recoils during
the interaction with the electron. This effect
causes the mixing of all partial waves as shown by
expression (2.8). For a heavy particle the states

r(at. units) ——
FIG. 8. Contributions of different partial waves to the

screening cloud around a positive heavy particle (pz
=0.75).
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a(r)

FIG. 9. The correlation functions for »,=2, 3, 4.
Curves 1, 2, and 3 indicate the results obtained in this
work, by Sj6lander and Stott, and by Arponen and Pa-
janne, respectively.

corresponding to different values of the angular
momentum participate in the scattering indepen-
dently.

It may be very interesting to compare the results
for the correlation function

g(r)=1+3n%ap(r) (4.6)

with those obtained for small distances by Sjo-
lander and Stott® (SS) and also recently by Ar-
ponen and Pajanne® (AP) (see Fig.9). One can
see that in the region where the attractive inter-
action is strong, namely for » -0, our curves
run between the curves of SS and AP. In this
region the curves of SS show, however, a round-
ing off in shape while from quantum-mechanical
considerations it follows that the correlation func-
tion should have a cusp as in our results and
those of AP (cf. Lebeda and Schrader®?). For
greater distances the agreement between the
results of this work and the AP curves is good
for high electron densities, but for high », the
curves of AP tend to run above our curves and
those of SS,

It should be added that for larger distances our
distributions are affected by some numerical er-
rors caused mainly by too small a number of par-
tial waves included in the consideration. On the
other hand, it is possible that the convergence of
the partial-wave series would be better with ap-
propriately changing the effective potential in the
Bethe-Goldstone equation and taking into account
correlations between screening electrons in a
self-consistent way.

V. CONCLUSIONS

The Kahana approach to the problem of elec~
tron-positron interaction in an electron gas is the
simplest one relatively well confirmed, for », <4,
by most of the experimental work done until
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recently. It is necessary to point out that the
enhancement factor arising from the Kahana
equation increases when approaching the Fermi
momentum, and this is the main argument for

the validity of this approach. This increase of the
enhancement factor in the Kahana formalism
arises from the energy denominator in Eq. (2.1)
vanishing when p tends to &, this is possible only
when p approaches the Fermi momentum.

The results of Arponen and Pajanne® also show
an increase of the enhancement factor; however,
the ratios b/a and ¢/a of the respective parameters
in the formula (1.1) decrease when 7, increases,
and this is quite opposite to the results of Kahana.
With regard to experimental work done until re-
cently, it does not answer exactly which theory
gives proper results. Because of that and the
very complicated formalism of Arponen and Pa-
janne, we are of the opinion that the Kahana equa-
tion still has an important significance for under-
standing the behavior of a positron in metals.
Therefore, it is most striking that although
starting from 1963 this equation was solved in
many papers, its exact solution has not been
obtained. However, as was mentioned before, this
exact solution leads to a considerably stronger
increase of the enhancement factor when approach-
ing the Fermi momentum. Besides, the values of
the enhancement factor turn out to be somewhat
larger than it follows from Kahana’s solution.

As concerns experimental confirmation of this
high increase we share the opinion that it would
require more experimental investigations in this
direction, the more so since the results of Arponen
and Pajanne (see Fig. 2) show a remarkable dif-
ference as compared to Kahana-type calculations.
Of course, the problem of the validity of the Ka-
hana equation itself is still open (Arponen and
Pajannes). So, the results available up to now

within the Kahana formalism are not definitive,
However, we do not consider as very serious
the objection that it is not self-consistent, nor
does it include electron-electron correlations,
since an appropriate improvement can be intro-
duced into it.

The exact solution of the Kahana equation has
also allowed us to compute the screening charge
distribution around the positron. This distribution,
as was pointed out long ago,’ is not self-consis-
tent. However, the very possibility of calculating
it shows the proper way to reach self-consistency
by choosing a suitable potential.

It is worthwhile to add that we have also ob-
tained the enhancement factors and the charge
distributions corresponding to the Kahana equa-
tion for ES potential (2.12). These results seem
to be better and more consistent than those ob-
tained for the static RPA potential, but in order
to compare them with those of previous authors,
only results obtained using the static RPA potential
are presented here. Moreover, we also performed
calculations according to the suggestions of Lowy
and Jackson'* (i.e., neglecting the Pauli projector
operator in the Bethe-Goldstone equation), but the
distribution of the screening charge turned out to
be much worse than that obtained on the basis
of the Kahana equation. Therefore we are of the
opinion that it is encouraging that the exact solu-
tion of the Kahana equation allows one to continue
studies toward achieving self-consistency and
including correlations between the screening elec-
trons in the sense of Bhattacharyya and Singwi.’
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