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Calculation of the relativistic rise in electron-impact-excitation cross sections for highly charged ions
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Exact relativistic plane-wave Born (RPWB) matrix elements of the Mgller interaction are incorporated in
the “analytic Born subtraction technique” and employed in the relativistic convergent close-coupling method.
Application to the calculation of high-energy electron-impact-excitation cross sections of highly charged
hydrogenlike ions demonstrates the “Bethe rise,” an effect that is manifest in Bethe’s original 1932 work
on relativistic high-energy, electron-impact excitation. The result represents an improvement over Bethe’s
relativistic high-energy theory developed in the 1930s in that (i) both target and projectile electrons are represented
relativistically with Dirac spinor wave functions and (ii) the dipole approximation plus additional assumptions
are not employed in the RPWB scattering amplitude of the Mgller interaction.
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I. INTRODUCTION

Recently, there has been a resurgence in the importance
of the Mgller interaction [or, equivalently, the generalized
Breit interaction (GBI)] in bringing theory into alignment
with experiment for the physics of highly charged ions.
For example, this was necessary in the polarization of
x rays emitted during electron-impact excitation of highly
charged ions [1,2], dielectronic and radiative recombination
effects [3-5], electron-impact-ionization experiments [6—8],
and electron- and proton-impact excitation experiments [9].
For electron-impact excitation of highly charged hydrogenlike
ions, Walker [10], Fontes et al. [11], and Moores and Pindzola
[12] have demonstrated that the Mgller interaction or GBI
can increase electron-impact-excitation cross sections by up
to 50% in comparison to calculations that employ only the
Coulomb interaction.

In the 1930s Bethe employed the Mgller interaction in a
seminal paper [13] that investigated relativistic high-energy,
electron-impact-excitation cross sections. Bethe employed
various approximations, such as (i) the dipole approximation
in the scattering amplitude, (ii) setting spinor matrix elements
of Dirac & matrices to v/c, and (iii) capitalizing on the fact that
small momentum transfer (forward scattering) dominates for
high-impact energies, which allowed analytic simplification of
the integrated cross-section formula. Bethe was able to produce
a formula which contains the famous “Bethe rise” term,
# ln(m), present in electron-impact excitation, ioniza-
tion, and stopping-power theory. Bethe’s work formed the plat-
form for further investigations by Mgller [14], Fano [15-17],
and Inokuti [18]. The latter publications all involved working
in the dipole approximation. Electron-impact-ionization inves-
tigations by Scofield [19], Anholt [20], and Bote and Salvat
[21] and stopping-power calculations by Cohen [22] moved be-
yond the dipole approximation. For electron-impact excitation,
Najjari and Voitkiv [23] have recently presented relativistic
distorted- and plane-wave calculations comparing equivelocity
electron- versus proton-impact excitation of highly charged
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ions. However, similar to previous electron-impact-excitation
studies [10-12] the investigation only extended to energies
several threshold units (*6) above threshold. At these low
energies the Bethe rise stemming from the Mgller interaction
is not manifest in electron-impact-excitation cross sections for
low-Z ions and is only just beginning to manifest for very
highly charged ions such as U%'*,

Here we apply a technique, known as analytic Born
subtraction, to Mgller-interaction calculations that allows
high-orbital-angular-momentum partial waves to be accounted
for and allows us to present results to arbitrarily high energies,
with the dramatic Bethe rise demonstrated for high-Z ions
up to energies around 20 threshold units. The sections of this
paper are organized as follows: Sec. II describes the physics
underpinning the Mgller interaction, Sec. Il describes how the
analytic Born subtraction technique can be employed with the
Mgller interaction, and Sec. IV contains results and discussion.

II. THE PHYSICS OF THE M@LLER INTERACTION

In 1931 Mgller [24] presented a paper in which the scat-
tering of two electrons was modeled in a relativistic manner;
the electromagnetic field potential A* was treated classically
as the Liénard-Wiechert potentials and, using correspondence
principle arguments (employed by Bohr, Landau, and others
at the time), incorporated the classical field in a quantum-
mechanical scattering calculation. Roqué [25] and Kragh [26]
provide useful historical descriptions of Mgller’s work. Mgller
worked in the Lorenz gauge (this is not a spelling error; see
Lorenz’s original work [27] and Bladel [28] for a discussion
of the Lorenz/Lorentz confusion). Following this publication,
Bethe and Fermi [29] produced one of the most fundamental
papers in the history of QED, where they derived the Mgller
interaction from quantum electrodynamics via quantizing the
electromagnetic field and treating it as a sum of harmonic
oscillators. They showed that the first-order corrections to the
Coulomb interaction were equivalent to the Breit interaction
at low energies and the Mgller interaction at both low and
high energies. Thus Bethe and Fermi’s expression for the
interaction between two electrons, when the field A* mediating
the interaction is quantized as a sum of harmonic oscillators, is
known as the “generalized Breit interaction” [30]. Bethe and
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Fermi, who worked in the Coulomb gauge, showed explicitly
that their on-shell interaction matrix elements were equivalent
to the Lorenz gauge matrix elements originally obtained by
Mgller. The gauge invariance of the matrix elements, and
the importance of the on-shell case, has been studied in
further detail by Hata and Grant [31]. An interesting aspect of
the derivations underpinning the generalized Breit interaction
presented by Bethe and Fermi [29] is that “self-interaction”
terms appear in intermediate steps; Bethe and Fermi neglected
these in the 1932 publication, but they were employed by Bethe
15 years later in his famous 1947 calculation of the Lamb shift
in atomic hydrogen [32].

ITI. INCORPORATING THE MOLLER INTERACTION IN
THE ANALYTIC BORN SUBTRACTION TECHNIQUE

The underlying machinery of the relativistic convergent
close-coupling (RCCC) method is described in detail in [33,
34]. The analytic Born subtraction technique (or “Kummer
transformation” or “top-up contribution”) is described for the
case of the Coulomb interaction by Fontes and Zhang [35] (see
also Fursa et al. [34] and Sampson et al. [36]). The application
of this technique to the Mgller interaction is essentially the
same as in the case of the Coulomb interaction. However,
it is considerably more complicated to manipulate the exact
expression for the Mgller scattering amplitude into a form that
can be used to calculate the corresponding cross sections due
to the extra spinor algebra associated with the Dirac matrices
in the Mgller interaction.

The analytic Born subtraction technique works in the
following way. At low energies, plane-wave Born calculations
are not valid, and more accurate relativistic distorted-wave
(RDW) [11], or relativistic convergent close-coupling [34],
calculations are required. As the projectile energy increases,
the plane-wave Born calculations become more accurate in
the limit of very high energies. At intermediate and high
energies and beyond, it is extremely difficult to calculate
RDW or RCCC cross sections because a high-/ partial-wave
expansion is required in order to obtain a converged result.
However, in this energy range, the individual plane-wave Born,
partial-wave matrix elements also become progressively more
accurate for lower and lower partial waves as the energy
increases. Therefore the plane-wave Born matrix elements
can be used to provide a high-angular-momentum top-up
contribution to the cross sections. From a more fundamental
perspective, the method is based on the fact that, for large
angular momenta, the 7; matrix elements approximate the V;
matrix elements. That is, in the solution of the Lippmann-
Schwinger equation, T =V + VGT, we can set T} = TlB =
Vi, where the B superscript denotes Born. In terms of partial
cross sections, o; ~ O'IB, where o7 is the partial cross section
and o is the relativistic plane-wave Born partial cross section.
Implementation of the analytic Born subtraction technique
proceeds as follows:

Otot = ZUI+ Z o~

I=N+1

Zal+ Z ol ()

I=N+1
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Now
N
B _ Z UZB +
1=0

Substituting Eq. (2) into Eq. (1), we have

0
B
2

I=N+1

o0 N
2: B_ B 2: B
O'l =0 — O'l.
=0

I=N+1

N N+1
B B
Gtot’VE o7 + E al E or+o —E 0,
= [=N+1 1=0 1=0
N
~ B B
~ (a;—al)—l—a . 3)
=0

This technique allows the high partial-wave (N + 1 — 00)
contribution to the total cross section to be accounted for by
the relativistic plane-wave Born contribution. The calculation
of the exact relativistic plane-wave Born (RPWB) cross section
oB requires evaluation of the RPWB matrix elements of
the Mgller interaction. Appendix A contains the explicit
evaluation of plane-wave Born matrix elements of the Mgller
interaction; the added complexity, compared to the Coulomb-
interaction case, stems from the presence of the & - & term
in the Mgller interaction. We note that a significant amount of
complexity illustrated in the Appendix was avoided by Bethe in
his famous 1932 paper [13]. He employed the dipole approx-
imation to the scattering amplitude, bypassed all the spinor
algebra of the Dirac matrices (by setting « = v/c and assuming
that the incident and scattered electron energies were equal),
and assumed low momentum transfer (forward scattering),
which allowed him to simplify the integrated cross section.

The exact Mgller RPWB calculations were checked by
two methods. First, the plane-wave Born cross section is the
limit of the sum of the partial-wave Mgller interaction cross
sections (0B = Y"7° o). Second, Najjari and Voitkiv [23] in
their recent publication presented plane-wave Born results for
energies up to a few (=6) threshold units above the excitation
transition energy, and we could check our RPWB results
against their work. Excellent agreement was found with both
the first and second consistency checks.

We applied the analytic Born subtraction technique for the
Mgller interaction in the RCCC method to the calculation of
Ls1/2 — 2p3/» electron-impact excitation of the hydrogenlike
Ni?"*, Xe>**, and U°'*. In Ref. [37] the QED intricacies of
employing the Mgller interaction (a first-order interaction) in
a nonperturbative formalism are addressed. In the same work
[37] it has been shown that the effects of close coupling are to
introduce a series of sharp resonant peaks in the cross sections
on the distorted-wave Born background. We note that it was
erroneously indicated in [37] that these resonance peaks can
influence effective collision strengths obtained by integrating
over a Maxwellian distribution of velocities. This is not the

TABLEI. Calculated 1s,,, — 2ps,, energy thresholds for NiZ"+,
Xe>**, and U°' jons.

Target Threshold (keV)
Ni?"* 8.1

Xe3t 31.3
Uo+ 102.6
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FIG. 1. (Color online) Z = 28 1s;, — 2p3/, electron-impact-
excitation cross section. Present theory is described in the text. RDW
results of Fontes and Zhang are described in Ref. [40]. RDW and
RPWRB results of Najjari and Voitkiv are from Ref. [23]. Experiment

is from Thorn et al. [42].

case because these resonances will be significantly radiatively
damped [38,39]. Therefore in this paper we present only the
background, first-order, distorted-wave Born results.

IV. RESULTS

The 1s1,2 — 2p3,» excitation thresholds for each ion
species are listed in Table I. In the RCCC method, N = 25
partial waves were used for each ion at all energies, and
then the analytic Born subtraction technique was applied to
provide the high-/ top-up contribution. The s, — 2p3)»
electron-impact-excitation cross section for Ni*’* up to 20
threshold units (160 keV) is presented in Fig. 1 . “Kummer”
denotes Coulomb- or Mgller-interaction results obtained with
the analytic Born subtraction technique indicated by Eq. (3);
that is, distorted partial waves were used up to/ = N and then
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FIG. 2. (Color online) Z = 28 1s;, — 2p3,, electron-impact-
excitation cross section. Present theory is described in the text. RDW
results of Fontes and Zhang are described in Ref. [40]. RDW results
of Najjari and Voitkiv are from Ref. [23]. Experiment is due to Thorn

et al. [42].
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FIG. 3. (Color online) Z = 54 1s,, — 2p3), electron-impact-
excitation cross section. Present theory is described in the text. RDW
results of Fontes and Zhang are described in Ref. [40]. RDW and
RPWRB results of Najjari and Voitkiv are from Ref. [23]. Experiment

is from Widmann et al. [43].

RPWB partial waves were used for N + 1 =1 < co. “RPWB”
denotes exact, Coulomb- or Mgller-interaction RPWB results
o8B obtained by integrating the exact, analytic RPWB scat-
tering matrix elements, as exemplified in the Appendix for
the Mgller interaction. These exact RPWB results essentially
contain relativistic plane-wave partial waves for all possible
values of / and should become progressively more accurate
as the incident-electron energy increases. The results denoted
“Fontes and Zhang” were computed using the Coulomb and
GBI interactions in the factorized, relativistic distorted-wave
approach described in [40]. We note, as described in Sec. II,
that the “GBI” and “Mgller” results are equivalent for the
present calculations. The results denoted “Najarri and Voitkiv”
are the recently published relativistic distorted-wave results of
Najjari and Voitkiv [23]. These latter results are presented in
order to provide a cross-check from an independent calculation
and to reinforce the consistency between the methods. For the
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FIG. 4. (Color online) Z =92 15,/ — 2p3,, electron-impact-
excitation cross section. Present theory is described in the text. RDW
results of Fontes and Zhang are described in Ref. [40]. RDW and
RPWB results of Najjari and Voitkiv are from Ref. [23].
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TABLE II. Onset of the Bethe rise for 1s,,, — 2p3,, excitation
cross sections in both absolute and threshold units.

Target Energy (keV) Energy (1)
Ni?’* 600 74
Xe 400 13
U+ 250 25

Ni?"* target it was found that the Bethe rise did not manifest
until the projectile energy reached approximately 600 keV.
Therefore Fig. 2 shows the electron-impact-excitation cross
section for higher projectile energies with a log scale on
the energy axis. Note that the Bethe rise is evident in the
Mgller-interaction calculation but not the Coulomb-interaction
calculation, which is expected to exhibit a near-constant
behavior with increasing energy [41], as can be seen in Fig. 2.
(The latter reference refers to electron-impact ionization, but
the same concept is also valid for excitation.)

In Figs. 3 and 4 the electron-impact-excitation cross
sections for Xe>** and U°'* are presented with a linear energy
scale up to 20 threshold units. The Bethe rise for the Xe>*"
and U°'* targets begins at approximately 400 and 250 keV,
respectively, and is most prominent for U'*. We again note
that in both Figs. 3 and 4, the Coulomb-interaction calculations
do not exhibit a rise in the cross sections but should instead
display the expected near-constant behavior at sufficiently high
energies. Table II lists the energy at which the onset of the rise
occurs in the Mgller-interaction calculations of the 1s;,, —
2p3/» excitation cross section for each ion. The energies are
presented in both absolute units (in keV) and in threshold units,
u, where the latter are dimensionless values that are obtained
by dividing the impact energy by the transition energy. We
note that as the Z of the target increases, the onset of the rise
occurs at lower absolute projectile energies. Moreover, the
onset occurs at significantly lower energies, when expressed
in threshold units, as Z increases, which could have important
consequences for the collisional-radiative modeling of high-Z
plasmas.

The rise in the electron-impact-excitation cross sections
remains to be confirmed by experiment. Research in this area
will be of interest.

V. CONCLUSION

The exact RPWB matrix elements of the Mgller interaction
are incorporated in the analytic Born subtraction technique and
employed in the RCCC method. Application to the calculation
of high-energy electron-impact-excitation cross sections for
highly charged hydrogenlike ions demonstrates the Bethe rise
manifest in Bethe’s original 1932 work. The main difference
between the Mgller RPWB matrix elements presented here
and those in Bethe’s 1930s work is that the exact scattering
amplitude is retained in the current work, with the complete
exponential and the full spinor algebra of the Dirac « matrices
intact, while Bethe approximated the exponential with the
dipole term and set the a matrix elements to v/c. Further work
is encouraged to determine the range of applicability of the
work of Bethe [13] and Inokuti [18] with respect to target-Z
range and projectile-energy range. These investigations are

PHYSICAL REVIEW A 88, 012711 (2013)

important in the field of high-temperature plasma modeling.
It is anticipated that the Bethe rise in the high-energy region
of electron-impact-excitation cross sections of highly charged
hydrogenlike ions could be measured to test the accuracy of
the theoretical results presented in this paper.
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APPENDIX: RPWB MATRIX ELEMENTS OF THE
MOLLER INTERACTION

Let r; denote the projectile electron coordinates and r;
denote the target electron coordinates. The Mgller interaction
is

e2

VY = —[1 —a(l) - a()]e’/",
I

(AL)

where w = |E; — E¢| and E; and Ef denote the initial and
final kinetic energies associated with the incident and scattered
electrons, respectively. The Dirac alpha matrices are

0 o
a= s 0] (A2)
The final plane-wave state of the projectile is
1 .
(r1|kfuf) = W ]’ffetkf . (A3)
where
[Wr+c2 X"
V;ﬁf — W coky (A4)
! Wy +c? X
and
W 2
Ny = /—é";c . (A5)
f
The initial plane-wave state of the projectile is
(rilkiv) = =575 uyeltn, (A6)
where
W; + ¢? x"
U = | o (A7)
2‘/Vl < W‘:’:‘;Z X Y )
and
W: + ¢2
N = % (AS8)
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Note that W = mc? + E is the total energy of a projectile

electron and

0-py=o0,pysindcos¢ +o,pysin@sing + o, prcosb.
(A9)

As we are dealing with a spherically symmetric poten-

tial, we can set ¢ =0, and consequently, phase terms in-
volving ¢ cancel in conjugate pairs, i.e., ft/f}Vl[/,-d3r =

[emVemd ... dPr = [...V...d%. Now we have
0 -py=o0xpyssing +o,pscosb (A10)
and
o x" = x7"  oyxt =2sux7", o x" =2s,x",
(A11)

where 25, = £1.

o, = , o, =1 , 0, = .
1 0 : i 0 0 1
(A12)

Now the matrix element of the Mgller interaction is

1 .
<¢f(r2)kfﬂf|a[l — a(l) - a(2)1e" >/ | gy (ra)ki ;)

1 .
= <¢>f<r2>kfu_f|Ee’“””/w(m)kiui)

—a(l) - a(2)e“n/c

+{pr(rokspyl
= Vterm1 + Vtermz-

Consider

Vterm1 ¢f|/(2 )3/2 I/«/[e—tk/ r

eza)rlz/c 1

rp QCm )3/2

Lt .
= m"f”%'(qﬁfl/e b

eiu)rlz/c )
x ——— ek B ).

r2
The integral can be simplified with the Bethe trick [18]:

) eiu)rlg/c ) ) eiwrlz/c
/e—lk/-rl elki~r1d3r1 :/elq-rl d3r1
r2 r2
4

— PU RS
q2 _ CL)2/C2 ’

i (r2)ki ;)
(A13)

U'e dr|¢;)

(Al4)

(A15)

where g = k; — k. Therefore

) 47 .
Vierm, = VU (e ). (A16)

(271’)3 f i qz _ wz/cz
Now

(prle™|gi) = 4m Y Yi(@)i*(Ryljn(gra) R:)

A

x(—l)ffm.ff< jr jf)
My KoMy,

x (icr ||V ()| lki), (A17)
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where the Wigner-Eckart theorem has been employed in the
last step. Now in Eq. (A16)

. ] Cpi (zsv-)
vty = NeNLs, L Pr i
f i f HfVi + ‘)Vf + c2 M/l. + c2

X [sin98_u/v‘. + pr COSQ(ZS,L/)SWW]}. (A18)

Combining Eqgs. (A17) and (A18), we have

cps cpi (2su,.)
Vierm, = NfNi{SMf”f T (Wf +c2> ( Wi + ¢?

x [sin68_, ., + py cos@(ZsW)Swvi]}

4
72 — ?/c?
x 47 Y Y@t Ryl jr(qra)|R)
A
x (—1)/r =i Jr A i (1| YA 1)
—mj, pmy ) S v

(A19)

Note, in the above, j = || —1/2 and [ = j + % We now
evaluate the second term

—a(l) - a(2)e! /¢
Vterm2 = <¢f(r2)kf:uf| - |¢i(r2)ki,ui>-
(A20)
Now
a() @@ =Y (D ap(Dal, @), (A21)
7
where the spherical tensors o ;/ are
aé =a, (A22)
and
L F (o Eiay)
o , (A23)
+1 \/E
so we have
-1 (4m)(4n) nit 1 v
Vierm, = T =t Z( DTV g (WU

x Zikyﬁ*@)@f|]',\(61”2)Y,1\("A2)051_q/(2)|¢i)o
Al

(A24)

Now the ket @) = | Ry jgm,) becomes in position space (U
denotes the upper component, and L denotes the lower)

m;
Ry(ra) s xie,”
, m, (A25)
IRL(r2)f X,
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and similarly for |¢;) = |R; jym ;). Using the index B = +1
and B = —1 to denote the upper and lower components,
respectively, we have

(@rlin(gr) Y (Fal, (2)l¢i)

= Ziﬂ/rgdrzj,\(qrz)Rﬁ(rz)fR—ﬂ(rz)i

s (Bm, o QY ()i (=ym;),

and 8 = +1, — 1. Now

(A26)

where |k (B)m ) = |lp)1/2: jmj)

(ks BYmj |0} (DY (F)|ki(—B)m )

=(jrmj, : Le,p1/2|0! QY P jim, : Lep)1/2)

(A27)

can be obtained by coupling aiq(Z)Ylf(rAg) together as a
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the renormalized spherical harmonic

20 +1

Y (Fy) = yp C(F). (A28)

We have

. 21 + 1
ol QY)(F) =0! () Cl(F)
21 +1
= /T Z[alck]MclLﬂg e (A29)
LM

where C{";  isa Clebsch-Gordan coefficient. Now, utilizing

the ngner-Eckart theorem,
(cr(Bym;, [lo' C*1yy i (—Bym;,)

Ny Jjr L i
=(-1) /f<_mjf M om,

) Grllla € 1E11ji)-

spherical tensor as follows: first, introduce for convenience (A30)
|
This can be simplified as [see Edmonds [44], Eq. (7.1.5)]
(g L 1/20le €5 i = 1,1/2) = (172116 11/2)(Le i [1CH Lo - )[2J ¢ + D2Ji + DL + D]V
by la-p A
x 4 1/2 12 1 (A31)
Jr Jji L
The full equation then becomes
-1 (4m)dm) et 1 v; Ak A .8 2 .
Vierm, = T —a Z( DTV e (DU %:z yM*(q)Xﬁ:z f r2dry o (qra)Rg(r2) s R_p(ra)i
<= ch (=1 ( - (1721161 111/2) L ) [1C* L)
—mj, M Ji
Lyw  la-p 2
x[2jr+ DQji + DRL+ DIV 172 172 1 ¢, (A32)
Jr Ji L
where
(1/2lle111/2) = V6 (A33)
and
Lo [1CH|1 = (=D [(21 1)(21 P2 (e > s A34
(L, |1C* b)) = (=D [(2Ly) + 1) (2l-p) + 1) o o o ) (A34)
The spinor matrix elements of the Dirac matrices (as spherical tensors) are
. _ T
' x"riep; (2sv.) {cpf[51n9)( i+ cos@(2sﬂ )]X"f} ‘
VATl (DU = NyN; : ! Ly A35
7 oy (DU I W + Wi+ 2 g X (A35)
For aq'/ x" we have
ool i (" = i2is ") (L 2s0)x 7
g =-1=0x"= = = :
: NG) V2 V2
—(oy +ioy)x" —(x7V +i2is, x 7V —(1 — 28, ) x "
qlz ljallxvi — (G +ZU})X _ (X 'X ) — ( ')X , (A36)
V2 V2 V2
g =0=00x" =0, x" =25,
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Therefore the total interaction is

M =1 (4m)4n)
V12 = Vterml + Vtermz = (27_[)3 wz/cz
—1 (4m)4r)
(27[)3 %2 — w?/c? /c?

/2)\+1 iem; Jf
C 1/ ""ir
47 Z 12g (=1 <_mj/

Ly la-p)
DRL+DIV2{ 172 12

x [+ D@2j; +
Jf

PHYSICAL REVIEW A 88, 012711 (2013)

Z( DVl (U S Y@ graYiEel )l

A

Z( 1)? V;”*a,;(l)U,-”f DY@ i / r3dra ju(qra)Rp(r2) s R_p(r);
A B

]il ) (1172010 11/2) (L, [1CH L)

Ji

»

1}, (A37)

L

with insertion of Egs. (A33), (A34), and (A35) for (l,(/(ﬂ)||C’\||l,(,,(_5)), (1/2|6'(|1/2), and V”fTozl,(l)Ui”’, respectively.
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