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A simple theoretical method for calculating radiative capture cross sections is proposed. Applying the
quantum defect theory, the radiative capture process and the tip bremsstrahlung process are treated together
on the same footing. An application to radiative capture of 50-keV electrons by Au**’ ions is presented.

INTRODUCTION

Radiative capture of electrons by atomic ions is
one of the processes important in plasmas. Such
radiative two-body recombination may be ex-
pressed symbolically as

AZite—Am)*Zi-V+hy, (1.1)

x»(A*‘zi'l))**—’A(n)*(zi'”+hvn, (1-2)
where Z,=1 is the charge of the atomic ion (to be
distinguished from the charge Z =Z,; of the atomic
nucleus). The process (1.2) passing through inter-
mediate quasibound states, i.e., autoionizing states
may be important locally, when electron kinetic
energies are close to resonance energies. These
resonance energies are usually of an order of ex-
citation energies of atomic ions. For electrons
with kinetic energy larger than about 1 keV, we
consider here only the process (1.1), i.e., the di-
rect radiative capture process. The captured
electron is treated as moving in an averaged cen-
tral potential, i.e., Hartree-Slater potential.! The
electron may be captured into one of the infinite
number of unoccupied bound states which form
Rydberg series of the “electron +atomic ion” sys-
tem. Thus, it may be a formidable task to calcu-
late all the cross sections for capture into each
bound state and the sum of the cross sections.

InSec. Il we propose a simple méthod, basedonthe
one-channel quantum defect theory?® for nonrela-
tivistic wave functions. Further, extended multi-
channel quantum defect theory has been applied to
various atomic and molecular photoabsorption pro-
cesses,® namely, to analyze discvete, autoioniza-
tion, and continuous photoabsorption spectrum on
the same footing. This theory is based on the fact
that at atomic distances the behavior of bound and
continuum wave functions of energies close to the
jonization threshold varies slowly with the degree
of excitation or ionization. Thus, the quantum-defect
parameter p, and the cross-section density do,/
d(k/Z%a*) for each partial-wave channel KJL vary
smoothly across the ionization threshold, namely
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from the radiative capture region to the brems-
strahlung tip region. (Here, J is the total angular
momentum of the partial wave and L is orbital
angular momentum of the large component of the
partial wave; K is the quantum number which com-
bines total angular momentum J and parity, e.g.,
K=-1,1,-2,2,-3,... corresponding to S, ,,,
P25 Pyjas Ay, dgype .., respectively.) The cross
section o,  for each state is then calculated as
defined in Eq. (2.22): o0y, ,=N3?, do,/d(k/Z5c },
with the state density N% , defined in Eq. (2.17).
We expect this present method will give a fairly
reliable estimate of the sum of the capture cross

~ sections 27,27,0,,,.

Section III presents. an application to direct radi-
ative capture of 50-keV electrons by Au ions with
charge +49¢ (Zn isoelectric). The validity of

the theoretical method is also discussed.

THEORETICAL METHOD

The differential cross section for an electron P
to radiate a photon k and then to be captured into
a bound state (z,K,J,L,M) is

do=(2m)%p"'E [H, |Pdk 6(E - k- €4,,), (2.1)

where
Hy,=- e(zﬂ/k)l/zfdarllf;"(nKJLM)(_f-é*e‘ii';\Ifi .

(2.2)

Here, we will adopt natural units throughout (i.e.,
n=c=m=1, e®=a=1/137.04). E=(1+p%)!/2 is the
total energy of the incident electron P and €, , is
the energy of a bound state (nKJLM). The final
state has its conventional bound-state normaliza-
tion and the initial state is normalized to a unit
volume. Thus, the total cross section for capture
into the bound states (nKJL) is

Og,n=(2m)"%p"'E }:fd% |Hyp |20(E - k- €y, .
M

(2.3)
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Expanding the initial wave function into various
partial-wave components «jl, the total cross sec-
tion can be rewritten as

Orn=h Y. oo [IRIOD [P+ R0 2], (2.4)

K M=1/2

where we utilize the same symbols and expressions
as in Ref. 4:

Xo=16TEE a/p , (2.5)

J

l L 3
QEM) =1, (=)L~ ¥ 12[(2L +1)(27 +1)(21" +1)(25 + 1) /2 ( >< d >’
M+3 +5 -M51/\M+% 75 -M

Qs (M) == (=)F P 2[2(L" +1)(27 +1)(20 + 1) (25 + 1)]1/2<

- ,
PT(M)=(—)“'*L-“/2(2>\+1)<l L ’\>< ! L
000

! ’
P:<M)=<—>“'+L-“/2(zx+1><l L *)( boL
0 00

S, = fd'rjl(k'r)GKfK ,
S,= fdvjx(kr)Fng .

"The G x and F, are, respectively, large and small
_ components of a relativistic radial wave function of
a bound state (nKJL); correspondingly, the g, and
f. refer to a continuous state (E«jl). The G, Fy,

g, and f, are obtained by solving radial Dirac
equations numerically.* The integrals S are then
calculated by numerical integrations. For each
partial-wave channel KJL, there exist an infinite
number of bound states which form a Rydberg
series. Thus, it is not attractive to calculate by
brute force with Eq. (2.4) all cross sections o ,.

Before discussing a useful way to calculate each

Ok,, and the sum EkZJn O4,n» let us first examine
the behavior of the final-state wave functions
\Irf(nKJL). For those Rydberg states which are un-
occupied, it may be reasonable to consider only

" the large components of the wave functions, i.e.,
to take a nonrelativistic limit. Now it is well
known that at atomic distances a Rydberg-state

" wave function resembles the wave function of a
low-energy continuum electron in the correspond-
ing partial-wave channel KJL. Such behavior has
' been formulated mathematically in the quantum
_defect theory.? For each partial-wave channel

-M¥ Mx3

C. M. LEE AND R. H. PRATT 12

RAM)= " Qi) Y ' PEM)S, . (2.6)
n=1 A

The index \ runs from [I'~L| to I'+L in steps of
2 for n=1, and from |I-L’| to I+ L’ in steps of 2
for n=2:

L'=L+ny,, ny=-K/|K|, (2.7)
U'=1+n,, n=-«/|x|, (2.8)
LI 1 (2.9)
(2.10)

1 3 j )
M+% +5 -M=1

>, (2.11)

-M¥5 M+% 0

> s (2.12)

(2.13)

(2.14)

-

KJL, one can construct a radial wave function
R,(€,7) such that the following conditions hold.

(1) The wave function R (¢, 7) is a smooth func-
tion of energy € at atomic distances (continuous
states for € =1 and bound states for € <1).

(2) The logarithmic derivative of R(€,7) at the
edge 7 =7, of the atomic ion is a smooth function
of energy €.

(3) Outside the edge of the atomic ion, »=7,,
RK(E,R) is expressed as a linear combination of
regular and irregular Coulomb wave functions,

i(e,L,7) cosmp,(€) - g(€,L,7)sinmpu,(e), wheref
and g are nonrelativistic regular and irregular

~ Coulomb wave functions,? respectively, and are

continuous functions of energy €. The parameter
lg, which is determined by matching the inner
form and the outer form of the wave function, is a
smooth function of energy. Thus, we have

R (e, 7)=(a smooth function of energy), for »<7,
=f(e,L,7)cosmp,~ g(e,L,¥)sinmp,,

for r27,. (2.15)
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The wave function R (e, 7) is normalized to unit
energy in Z2a®*. For each bound state nKJL with
an energy €, ,=1-32%a*/1% <1, the radial wave
function Gy is

Gx=Nit Ryle,7). (2.16)

The normalization factor Ny , is determined by the
bound-state boundary condition at ¥ =< and conven-
tional bound-state normalization®®:

dug
2 —
NK,n_<V§(,n+d(€ Zziazl))@e,ekm (2.17)
with
€K,n=1—%Z2ia4/V§(.n>
(2.18)

Vegan=M = Kg-
Here #n is the principal quantum number of the
bound state. For a low-energy continuous state with
energy €=1+3p%=1, the wave function normalized
to unit volume is then

nZ%a*
Gg= Zifb RK(E,'V)
2
peen § L Z o
A ok

(2.19)

Here, mu, is the short-range phase shift and the
o, is the Coulomb phase shift® corresponding to
charge Z,.

Taking the nonrelativistic limit of the final-state
wave function, the reduced matrix elements, S in
Eq. (2.13) and (2.14) can be rewritten as

Sl=fd1’j)‘(k'r)fKGK,
(2.20)

1 ) d K
SI—E jdr ])\(kr)gk(dy + 2>GK.
Substituting Eq. (2.16) into Eq. (2.20), we then have

S,=N3,5, =Nz, f @r j\(k7)F Ryle, 7)

- . 14 1K
S, =Nz, S, =Nz, fd” ]x(k"’)gx<§% +§§>RK(<, 7).
(2.21)

Since the important domain in configuration space
for reduced matrix elements is at atomic distan-
ces, the §; and §, are thus smooth functions of en-
ergy. The total cross section 0, , in Eq. (2.4) is
then rewritten as

Kyn Kyn d(k/Zzi a-;) ’

with the photon energy k2,=E — €, . The cross-sec-

(2.22)

tion density,

. dog(k) i

—_— = D+ 2 -
d(k/ZZla4) AOZK le:/z le(M)l + IRK(M)\ y
(2.23)
is a smooth function of energy, where
2
Ri(M)= ) Q)Y ' p2(M)3, . (2.24)
n=1 by

As the final-state energy €, = approaches 1, i.e.,
k—E, the cross-section density do,/d(k/Z2a?)
will approach a limit corresponding to the partial-
wave contribution (KJ L) in the electron-ion brems-
strahlung cross section do,/d(k/Z%a*) with k=E.
Thus, for each partial-wave channel KJL, to cal-
culate each oy , in Eq. (2.21) requires only the cal-
culation of two smooth energy-varying quantities,
Uy and dog(k)/d(k/Z%a*%). In practice, such calcu-
lations can be carried out by calculating a few
points and performing interpolations, as will be
demonstrated in the next section.

APPLICATION

Calculations for direct radiative capture of 50-
keV electrons by Au ions with charge +49¢ are
presented. First, the cross sections o, , defined
in Eq. (2.4) for the low-lying Rydberg states are
calculated numerically. These Rydberg states
are the first unoccupied states for each partial-
wave channel (e.g., 5, ,,, 40,5, 43,2, 4ds,s,
4dy 5, 4f7/2, etc.). Their quantum-defect parame-
ters u,, defined in Eq. (2.18), are displayed in
Fig. 1. We also display two other sets of quantum-
defect parameters u, which are calculated from
short-range phase shifts defined in Eq. (2.19) for
two energies e=1. Figure 1 shows that the quan-
tum-defect parameters u, for each partial-wave
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FIG. 1. Quantum defect uy vs energy (e—1)/Z%a’,
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TABLE L. Quantum defect p§.

K Bk Hx
-1 Sy, 0.636 . 0.204
1 Py 0.564 —-0.265
-2 Py, 0.470 —0.252
2 dy, 0.351 -0.339
-3 dy, 0.327 -0.325
3 fs/2 0.205 0.297
-4 fo, 0.192 0.283

channel are indeed smooth functions of energy.
Thus, each u, can be expanded as a power series
in energy:

By = U+ g A (3.1)
with
A=(e-1)/Z%a*. (3.2)

The expansion coefficients % are listed in Table
I. With the quantum-defect parameters u,, we
then obtain the normalization factors N2  defined
in Eq. (2.17) and the cross-section densities
doy/d(k/Z%a*) defined in Eq. (2.22), for these low-
lying Rydberg states, which are displayed in Fig.
2. At two energies €=1, the cross-section densi-
ties do,/d(k/Z%a* for each partial-wave channel
KJL are calculated by partial-wave decomposition
of the bremsstrahlung cross seétions” for electrons
scattered by Au ions with charge +49¢. Again,
Fig. 2 shows that the cross-section densities
do/d(k/Z%a*) are smooth function of energy .
Thus, each do,/d(k/Z% o*) can be expanded as
power series of A.

dO’K

— -0
—— = 0%+ OLA . (3.3)
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FIG. 2. Cross-section density doy/d(k/Z%a") vs photon
energy k/Z}a’,

TABLEII. Cross-section density o (10”2 ¢cm?/energy).

K ol ak
-1 Sy, 93.94 33.17
1 Py 61.12 52.28
—2 Py/y 84,24 108.97
2 dy, 15.84 85.32
-3 dy/, 18.61 101.84
3 fs/2 1.27 23.32
=4 fos 1.64 3.21

The expansion coefficients 0% are listed in Table
II. Figure 2 also shows something interesting:
The cross sections for capture into the states with
high orbital angular momentum L =5 are negligi-
ble. With the quantum-defect parameters u, and
the cross-section densities do,/d(k/Z%a*) given
in Tables I and II, respectively, each cross sec-
tion o, , defined in Eq. (2.22) is easily calculated.
The cross sections for capture into the first five
Rydberg states in each partial-wave channel are
presented in Table III. The sum of all cross sec-
tions 25 ;20,0 , is 12.38 1072 cm?.

We would like to conclude with some comments.
The present calculations are based on an indepen-
dent electron approximation in the Hartree-Slater
potential. For a highly stripped atomic ion, we
expect that the calculations should give a fairly
reliable estimate for the total radiative capture
cross section Z)KZHGK”,, although the cross sec-
tions for the individual states may be redistributed
owing to perturbations among the states due to

TABLE IIL. Cross section 0, , (10724 em?),

n nSi/2 nPy, nPy, ndy, nds, "fs/a M1/

1.48 1.85 0.27 0.30 0.008 0.010
1.11 0.69 0.89 0.14 0.16 0.007 0.008
0.60 0.38 0.49 0.08 0.09 0.005 0.005
0.36 0.23 0.30 0.03 0.04 0.003 0.004
0.23 0.15 0.20 0.02 0.03 0.002 0.003
0.16 0.10 0.14 0.017 0.02 0.001 0.002
10 0.11 0.07 0.10 0.013 0.015 0.001 0.001

©W 0 N o G

Sum 3.07 3.40 4.36 0.69 0.79 0.03 0.04
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electron-electron correlations. To treat strong
perturbations among various Rydberg series, it
would be necessary to extend the one-channel quan-
tum-defect treatment to a multichannel quantum-
defect treatment.® In the present application, a
ground state of Au ion with charge +49¢ may have
a closed-shell configuration 1s22s22p%3523p%3d"%4s2.
Hence, a one-channel quantum-defect treatment

may be adequate, except that a few states of a
Rydberg series will be perturbed locally by states
not belonging to the corresponding Rydberg series.
For instance, a few states of the Rydberg series
(core) 4s®nus,n =5, which are close to a state (core)
4s4p® with J=3, will be perturbed. Thus, we ex-
pect that the corresponding cross sections o,
would deviate locally from the present calculations.
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