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Relativistic Treatment of the Excitation of Characteristic L X Rays by the Impact
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The cross sections for L electron ionization by incident heavy, but slow, charged particles
are evaluated. Incident particles are described in the plane-wave Born approximation, while

relativistic wave functions are used for the atomic electrons.

Numerical results are given for

holmium and mercury and compared with experimental data for holmium. The results are dis-

cussed.

I. INTRODUCTION

The inner-shell ionization of atoms due to colli-
sions with incident heavy charged particles has been
studied by several authors in the past.®

The emission of characteristic x rays following
the creation of a vacancy in an inner shell has re-
ceived attention from both atomic and nuclear phys-
icists.

The differential energy-transfer cross sections
for this process provide the basis for calculations
of stopping power when a heavy charged particle
penetrates through matter and are useful in the
study of radiation damage to solids or biological
specimens. They also have been investigated by
some authors to test the more detailed comparison
between experiment and theory. 2=t

Calculations of the differential and total ionization
cross sections and of the inner-shell contributions
to the stopping power have usually been made in the
nonrelativistic plane-wave Born approximation. 57

In this approximation, apart from the use of plane
waves for the incident projectile, nonrelativistic
hydrogenic wave functions are employed for the
atomic electrons.

However, for the heavier elements the relativis-
tic bound-state wave functions are considerably dif-
ferent from those of the nonrelativistic theory. Not
only are the former larger in magnitude than the
latter near the nucleus but also the energy differ-
ences between atomic subshells are significant and
affect the calculations of the ionization cross sec-
tion. Hence, relativistic considerations are desir-
able for treating both K and L electrons of the me-

dium-heavy and heavy elements.

Moreover, the energy spectrum of fast electrons
emitted from the inner atomic shells should be de-
scribed relativistically for any element. For the
K-shell ionization, such a calculation was made by
Jamnik and Zupani!ié8 employing Dirac wave func-
tions for the bound and ejected atomic electrons.
They found good agreement between theoretical and
experimental K-shell ionization cross sections for
heavy elements such as Ag and Pb. Experimental
data exist on L-shell ionization cross sections for
certain elements® and there is thus an incentive for
performing calculations which take into account the
relativistic description of the atomic L electrons.
In this paper, we have evaluated the relativistic
L-shell ionization cross section following the
scheme of calculations of Jamnik and Zupancic.

In Sec. II, the method is outlined that provides
expressions for the form factors for the transition
from each L subshell to both discrete and continuum
final states.

Sample results of the present calculations were
tabulated and presented in graphical form for com-
parison with experimental data. The results are
discussed in Sec. IIL

1. RELATIVISTIC IONIZATION CROSS SECTION

The energy-transfer cross section for the ejection
of atomic electrons by incident heavy charged par-
ticles is given by

do _ 47 zz 2_]_”_ Ymax dq
dE;  7° E q°

Imin

2

Fi(q) 1)

in the nonrelativistic plane-wave Born approxima-
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tion, where ¢ is the momentum transferred to the
atomic electrons, ze and M are the charge and the
mass of the incident particle, and E and E; are the
energies of the incident particle and ejected elec-
trons, respectively.

The square of the form factor IF,,(q)I2 for the
transition between the initial and the final electronic
states, ¥;(F) and ¥(¥), is defined to be

|Fi(q)| 2= | [ T,y uu(F) a*F |2

For the wave functions of atomic electrons which
were initially bounded and finally ejected from the
L shell, we have used the Coulomb solutions of the
Dirac equation in the form

~ if () Yioor/2,5 (6, 9)
i
gk(’r) ‘yt‘(K)l/z,I (6! (p)y K=+ 1’ ¥ 2’ o

where ‘yf;’, 2,;(0, ) are the Pauli’s two-component
spin-wave functions.

The angular momentum j of the electrons is given
by

K for k>0
j=|k| -% andl(x)=
|k| =1 for k<o0.

The relativistic radial wave functions f,(v) and g,(»)
for the discrete and continuum states, normalized
per unit energy interval, are given in the litera-
ture. #1%12 (For continuum states, the wave func-
tlons normalized per energy interval in units of

VA IR . have been used in the present calculation.

Z, is the effective nucelar charge number seen by
the L electrons.)

The angular integrations were carried out througn
the use of the algebra of vector coupling and Raccah
coefficients. Summing over the initial and the final
magnetic quantum numbers, we obtain for the L
subshell

Faprs, @I =2 D [l

Kf=;1,1=2, .

2_ J¢
IFLZ,WLZ (@)] —2Kf=$§2” | k4] [ L'zz'f‘f(q)]a,

iy, @]=2 T @

kf=¥l.¥2,

{A(Kf [, 1(3133 Lf

+TE (@0 +Bl) D )R, ()

+ k)T LA (@)D,

where W . signifies the energies transferred
to the atomic electrons of each L subshell by the
incident particle in units of ZZR_,
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.(Ll:,ch(q) f]li(q'r)[fxf(y fL (7) +gx (y)gL (1’ ]‘V d'r,
(3)
with l1=l(Kf), l2=l(— Kf), l3=l(Kf) - 1, l4=l(Kf)+ 1,

3 k(k?-1)

2 w for k>0
A(K):

3 lkl(lkl®-1)

5 ———-——z—(ZIKl ) for k<0,

2—(57(-"{"-35 for k>0
B(k)= *

—ﬂ——z for k<0,

2(21kl - 1)

K-1 for k>0
h(K):

3(1kl -1) for k<0,

and

-3(k+1) for k>0
(k)=

- (Ikl+1) for k<O0.

For the radial integration J, we again follow the
method of Jamnik and Zupancic.® The final results
for L electrons are as follows {we express the mo-
mentum transfer ¢ in units of ZL/ao hereafter):

I'(2a,)
TE ()= W}- D, Dy

x exp[- (7’1+7nf +1)Ing]F,(q),

/= I(2a
gz"’,)xf(II) Vi —z(rﬁz DLsz
x exp[= (v, +7,, + 1) Ing ] F(q),
r(2ay ()
a
Iid (@)= V1 Zit Dy Dy
x exp[= (ra+v, + 1) Ing]Fy(q),
/- L(2ay)
},I;L,(CI) “Z‘Tﬁ‘ DLan
x exp[~ (75 +74, +1)Ing] F4(q),
where

Ve= [K¥ - (@Z,)*]V?,
a=e?/nc (fine-structure constant),
a;= %(7’1+'y,<f+l,+ 1) fori=1,2,

a;=%(72+'y,¢f+l,+1) for i=3, 4,



1004

BYUNG-HO CHOI 4
1 expllyk—3)In2k]  Lm iw where
P23l T Trg+D ¢ T+ o) Ao TG) 5. T3
e+ T -0y) 7 7 T(a,)TE ~b,)
w=E;/mc?=[1+(az,)%?]/? for i=1, 2 3,4,
for the continuum final states, and with
D;=D(', ;) =§(’y1+y,, -1;) fori=1,2,
exp[lyy; = 3)1n2] by=Watr,, =1y fori=3,4,
[(y,‘ + 1)1nN,]I"(27,‘f+1)
2(1+1/N) 8a,b,(1+1/N)
“ T(2yu+n'+1) /2 CFWBn D=~ 2y,+1 Ay,
T +1)(Ny — Kky)
2(1-1/N) 8a,b,(1-1/N)
AT 1/2 _21-1/N) __ 8ap\1 =1/N) ,
Np=(m*+ K +2n"y,¢f) C, 2,1 B,, D, 2, +1 2
for the discrete final states; with
DL1=D(1; - 1)1 DngD(la 1), DL3=4D(O’ - 2)’ = [2(1+71)]1,2,
; CAMCAM @ @+3)n0i+3)n
Fi(@)=A, Dy (- VP4 B, (- 17010 P = St T @t
Xq-(2m+ 1) +C1Zm (- 1)mR'(nl)q-(2m¢ 1) for i=1,2, 3, 4’
(1) -(2m 2)
+Dy 2y (= 1) 2, i @i+ 3)n0i+3)n iy ot @i+ D0+ )y )
Rm (2) m ) sm = (%) ml Sm
m m
Fy(q)=Az 2y (-V)"PPq*"+ By 20, (- 1)"Q,2
fori=1,2
-(2m+ 1) C -1 mR(Z) -(2m+ 1)
*q #CaZi (= 1"Ry"g For the continuum final states,
D -1 mS(Z) ~-(2m+ 2) .
#Dy 2l (= 1)"Sng ’ P = 2 Re[Upnlky, b, N)G;]  fori=1,2,
Fy(q)=Ag 20y (= D)"PPg 2" gV = 2Re[Uppm, 1(k;, k, N)G,] for i=1, 2,
+B, D, (- 1)"Qg-@m D), 78 = 2 Re[Uy, (ks , b, N)H,] fori=1,2,
m m
sV = 2Re(Uyp, (ks , k, N)H,] for i=1,2,
@) -2m
Fy(q)=As 20, (- D)"Pg i) = 2 Re[Upy(ks, b, 2)G;]  for i=3,4,
+By 2o (1)@ @m ) a3 = 2Re[Usgp, 1(K; , B, 2)G;] for i=3, 4,

where

2ik

’ 1/N+zk>(1 Zk) ’

U,,(Kf,k,N)=aF1( n,'y,‘f+1+ » 2V, +1

Gy= ey, +iw/R) [N(L+ 6, ) ¥+ 1) =iV +2)(1 = 6, ) % - 1)?],

Go= ey, +iw/R) [(N - 2)(1+0,)" 2w +1)" 2~ iN(1 - 6, )" 2w~ 1)V %],

G3=G,4= e‘"(’y,cf +iw/k)[(1+ BLS)‘/a(w sV i1 - GLS)" Yw-1)V2],

H,=H,= e‘”(ykf+iw/k) [(1+ ng)l/Z(w+ 1)M2_ i1 - 9L1)1/3(w -1)V/?,

o2 _ K —i/k @, = T'(a+m)
T v +iw/k’ m I'(a)
f
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For the discrete final states,
DI =1, Vo(Ks, 'y N, Ng) +J Vap(Ky , 0+ 1, N, Nj) fori=1,2
g =LV, (ks , 1, Ny Ny) +J Vo 1 (K5, m' +1,N,N;) for i=1,2,
7 = K V(s , 0, N, Np) + MV (ks n' +1, N, Ny) fori=1, 2,
S =K Vo 1(Ks y 0, N, N;) + M Vi, 1k, 7' +1, N, N) for i=1, 2,
DeD = I, Vom(Ks 1y 2, Ng) + Iy Vap(Ky , 0"+ 1, 2, N,) for i=3, 4,
A =L,V ome 1Ky 17y 2, Np) 4 Vi, (K, 0/ +1, 2,N;)  for i=3,4,
where
Valks, ' N, Ny) = 2Fl(—n, —n'+1, 27, +1, T%W) (117“‘ ;7)",
I=n [(N+2)(1 - 0,,)3(1 - 6)Y/2-N(1+6, )" %(1+6,)"?],
Li=n'[N(1 - 6;,)"3(1 - 6,)"/ 2= (N = 2)(1+0,,)"/3(1 + 6,)"/ ],
I=Iy=n'[(1- 6, )" %1 = )12~ (146, )"/3(1+6,)"?],
Jy= (Np —kg) [(V+2)(1 - 6, )"/ 3(1 - 6,)" 2+ N(1 + 9L1)1/2(1 +6,)12],
Jp= (N; = ;) [N(1 = 6,,)2(1 = 6,) 24+ (N = 2)(1+6,,)" 2(1 + 6,)"/ 2],
Jy=Jy= (Np = k) [(1-0,) " 2(1 - 6,)1/ 2+ (14 6, )/ 2(1 + 6,)"/ ],
K,=K,=n' [(1 _ 91,1)1/2(1 _ ef)llz__ 1+ eLl)llz(l + 9f)1/2]’
My=Mjy=(Np= k) [(1- 62 )31 - 6,)"/ 2+ (1+ 6, )21 +6,)/2],
0,=00n',Kk;)=[1+ (aZL)z/(n'+y,(f)2]‘”z,

6,,=6(1,~1), 0;=6(1,1)=6,, 6 =6(0,-2).

r

The energy transfers W, , are given as I Ll(nL, W i) is called the excitation function of the
L, subshell.! The total ionization cross section of
=9 -0 2 i
WLi (w "t)/(aZL) ’ L electrons is obtained by integrating the energy

distributions over W, , i.e.
Wi,=2(6 - 01)/(aZ,)? zor 18

for the continuum and discrete final states, respec- Gr=0r +0r +0
. e e L=0L,%0L,+0p,,
tively. The relativistic energy distribution of each
L-subshell electron is given by o (6)
dO'Li
dos, 8nz’al GL'=A 2 e
or; _ 81z%a T, ymin i
awy,, 7}4# ILi(nL, WLi) , (5)
ith where Wy, mi, is the observed ionization potential of
wi « the L; subshell. 3 This, then, takes into account the
1 ["max dg 2 screening effects due to the outer electrons and
I, (g, Wy)== / = |F;., (@) g
LML L= 5 s O |Fz, v, 4 1% IF 2wy, @ |2 for Wy, <2(1-6;)/(eZ,)? is given

by Eqgs. (2)-(4) for the discrete final states, with »’
= E considered to be a continuous variable, multiplied
=T IoN7 2n -
L™ (M/m)Z °R., by the factor
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TABLE I. Sample numerical results of the relativistic excitation functions for Hg(Z =80), 7;=0.004, n;,=0,007 as
functions of the energy transfers Wy;. See the text for the definition of Wp,.

Vi Iy Wi, Ir, Wi Ipg
1z =0.004
0.18 3.9751% 1078 0.18 5. 8063 %103 0.16 2.4994x 102
0.20 3.0902 %1073 0.20 2.5615%10"3 0.18 1,0459% 102
0.22 2.2262 %1073 0.22 1.1905% 1073 0.20 4.6078% 1078
0.24 1.5383x 1078 0.24 5.7638x 107 0.22 2.1084% 103
0.26 1,0420% 1073 0.26 2.9048x10™ 0.24 1.0046 %1073
0.27 8.5482% 104 0.27 2.0911x10™ 0.25 7.0347%x107
a
0.285 6.3224%10™ 0.285 1.2929%10"4 0.26 4,9556%10™
0.315 3.4659%x10™ 0.315 5.2054 %107 0.29 1.8217%10
0. 405 6.5805% 107 0.405 5.0085% 1076 0.35 3.0727x10%
n=0.007
0.18 6.8690% 1073 0.18 4.,7077% 1072 0.16 1.7319% 10!
0.20 4.6548%1073 0.20 2.3080% 102 0.18 8.2832% 1072
0.22 4.2510%1073 0.22 1.1840%1072 0.20 4,1787x10°2
0.24 3.8244%10™ 0.24 6.2012% 1073 0.22 2.1298%102
0.26 3.2300% 1073 0.26 3.3406% 1073 0.24 1.1134x10"2
0.27 2.9087x%103 0.27 2.4767x 107 0.25 8.1249% 1073
a
0.285 2.4290x1073 0.285 1.5932%10"3 0.26 5.9449% 1073
0.315 1.6119%10™3 0.315 6.8553%x10™ 0.29 2.4096x10"3
0.405 4,2617%x10 0.405 7.4681%1075 0.35 4.6652x10™
2These spaces divide the discrete and continuum final states.
0‘4
an' (aZL)a 3/2 L s | T T T T T
=1+ s + . Z=67
aw,, <1 (' +ka)2> 2( y"f)
For evaluating the energy distribution, we have
squared the series in the form-factor expressions 105 L_ |

and integrated over g term by term algebraically.
Thus the numerical work leads to summation of the
series in negative powers of g,;,, which considera-
bly reduces the laborious work. In general, the
numerical accuracy of the present calculation is
better than 1%.

TABLE II. Relativistic cross sections, in units of
al, as a function of the proton incident energy 7

=E/[(M/m)Z;’R.].

Element L op/a}
Ho 0.001 8.29%x107?
0.003 2.40%10"7
0.004 5.29% 1077
0.005 9.47%10""
0.006 1.49%1076
0.007 2.14% 1076
Hg 0.001 3.51%10"°
0. 002 2.79%1078
0.003 8. 87% 108
0. 004 1.94%10°7
0. 005 3.47%x1077
0. 006 5.47%1077
0.007 7.95% 107"

107

2
0

o /q

1077

|o-9 | I 1 l 1 |||l

.00i .005 0l
M

FIG. 1. Relativistic L-shell ionization cross section
oz, in units of azo (solid line) for holmium compared with
experimental data (marked by O) as a function of incident
proton energy in units of (M/m)Z2R.. Experimental
data were taken from Ref. 9.
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FIG. 2. Relativistic L-shell ionization cross section
oy, in units of a} for mercury as a function of incident
proton energy in units of (M/m)Z2R..

III. RESULTS AND DISCUSSIONS

The relativistic cross section for the L-shell ion-
ization by collisions of incident heavy charged par-
ticles was computed for several values of incident
energies up to 1z =0.007 and for several species of
target atoms.

It was found that at most eight partial waves
(Kf =¥ 8) were needed for reasonable accuracy in the
calculation.

A separate program similarly yielded numerical
results for the relativistic excitation functions,
etc., for K-shell ionization, employing the form
factors given by Jamnik and Zupané¢i¢ and reproduc-
ing their tabulated values. ®

For purposes of illustration, a few sample nu-
merical results for the excitation functions of each
L subshell are presented in Table I for mercury
using an effective Z, ="75.85. It should be noted that
the relativistic excitation functions as functions of
M, Wy ; also separately depend on Z;, while the non-
relativistic excitation functions do not explicitly de-
pend on Z,;. We have compared our results for the
excitation functions with the nonrelativistic plane-
wave Born approximation calculations. In the low-
energy-transfer region, the two excitation functions
are not significantly different and for a certain inci-
dent energy, the relativistic excitation functions are
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even slightly smaller than those of the nonrelativis-
tic calculation near Wy =Wy, m,.

On the other hand, in the large energy-transfer
region, the relativistic excitation functions are al-
ways larger than the nonrelativistic ones and this
discrepancy becomes significant for heavy ele-
ments.

This can be understood from the fact that, for
large energy transfers, the momentum transfer g
becomes large. Hence, the contributions to the in-
tegration in Eq. (3) mainly arise from the region
quite close to the nucleus. Since the bound-state
relativistic wave functions are much larger than
those of the nonrelativistic theory near the nucleus,
the relativistic excitation functions are significantly
increased for large energy transfers.

It can be seen also from Table I that much more
than half of the contribution to the total cross sec-
tion comes from the discrete final states. It is in-
teresting to note that the transition between the dis-
crete and continuum final states is very smooth.

The relativistic cross sections for the L-shell
ionization of holmium (Z = 67) and mercury (Z = 80)
are presented in Table II. ]

In Fig. 1, calculations are compared with experi-
mental data for holmium given by Khan et al.® Cal-
culations for mercury are shown in Fig. 2 for com-
parison with experimental data.

Here n,=0.007 corresponds to approximately 700
keV and 1 MeV of the proton incident energy for
holmium and mercury, respectively. For holmium,
the agreement between theoretical results and ex-
perimental data in the high incident energies are
somewhat better than in the low-incident-energy
region.

Yet, the discrepancy between experiment and
theory is still considerable.

This might arise partly from the use of the plane
wave for the incident particle, that is, the neglect
of deflection effects due to Coulomb repulsion be-
tween the incident particle and the atomic nucleus.

Computations for the K- and L-shell contributions
to the stopping numbers' have also been made using
the relativistic excitation functions. However, in
the energy range below 1 MeV and for high Z, the
K- and L-shell contributions to the stopping num-
bers are negligible. Relativistic cross section for
the L-shell ionization by an impact of heavy charged
particles, obtaining the explicit expression for the
form factors, Egs. (2)-(4), are the results of this
paper.

The relativistic effect on the electronic wave func-
tions for the L-shell ionization process are signifi-
cant for heavy elements, comparing the relativistic
excitation functions with the nonrelativistic ones.
Therefore, it will be interesting to compare the rel-
ativistic theory with the experimental data on the
L-gshell ionization cross sections for heavy elements
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(say, Z= 80) in the present incident-energy range. '’
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Low-Energy Electron Scattering in the Random-Phase Approximation

Barry Schneider and Joel I. Krugler
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A general formalism for the computation of low-energy inelastic and elastic electron scat-
tering cross sections within the context of the particle-hole Bethe-Salpeter equation is pre-
sented and shown to reduce to the random-phase approximation (RPA) in lowest order. The
theory is then applied to triplet elastic electron-He" scattering. A short discussion of the dif-
ferences between the RPA for scattering processes and for low-lying bound states is given,
and the numerical methods used to solve the equations are considered in some detail in an

appendix.

I. INTRODUCTION

One of the major problems associated with low-
energy elastic and inelastic electron scattering
from atomic systems is the role of electron cor-
relations. Straightforward application of the
close-coupling formalism of Burke and Schey, 13
while quite successful in predicting scattering
cross sections, requires a great deal of computa-
tional effort. Although a number of new numerical
techniques adapted to handling large numbers of
coupled differential equations, *° or in some way
circumventing their direct solution, ® have reduced
the time needed to obtain cross sections, there
are still considerable difficulties when there are
large numbers of exchange terms. One of the basic

difficulties associated with low-energy electron
scattering is the need to antisymmetrize the total
scattering wave function. In configuration space
this necessitates the inclusion of large numbers of
nonlocal potentials in each scattering channel. An
alternative to this procedure is to introduce crea-
tion and destruction operators as in field theory
and utilize the formalism of modern many-body
theory. ""® Such methods have been used quite suc-
cessfully in nucleon scattering by systems of iden-
tical nucleons and, as we shall show, exhibit prom-
ise in electron scattering problems. In this article
we present a discussion of inelastic and elastic
scattering which in lowest approximation reduces
to the solution of the eigenvalue problem of the
random-phase approximation (RPA).°!! The for-



