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The four-body Coulomb-Born distorted wave approximation is applied to investigate the integral as well as projectile
angular-differential cross sections for single-electron capture in the collision of energetic singly positive charged helium
ions with helium atoms in their ground states. The formalism satisfies the correct boundary conditions. The influence of
the dynamic electron correlations on the cross sections is studied by considering the inter electronic interactions in the
complete perturbation potentials in post form. Also, the sensitivity of the cross sections to the static electronic correlations
is studied by using the single-zeta and the highly correlated Byron—Joachain wave functions to describe the initial bound
state of the active electrons. The obtained results for the energy range of 40-5000 keV/amu are reported and compared with
other three- and four-body theoretical data and available experimental measurements. The comparison leads us to discuss
the validity of the applied approach and survey the interaction effects on the cross sections by recognizing the electron—
electron interaction. Particularly, for differential cross sections, the comparison of the present four-body method with the
experiment shows that the agreement is not as good as that for its three-body version.

Keywords: Coulomb-Born distorted-wave approximation, four-body approximation, Coulomb boundary con-
ditions, differential and total cross sections
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1. Introduction

Photon— and ion—atom collisions play a central role in the
study of a large number of basic physical phenomena. Among
the various categories of scattering systems, heavy ion—atom
collisions have been studied extensively.l'->°! Single electron
transfer is an important and sometimes dominant process in
a typical heavy ion—atom collision. The importance of this
phenomenon in various fields of science has stimulated the-
oreticial physicists to propose many semiclassical and fully
quantum mechanical models for understanding the capture dy-
namics in different few-body ion—atom collision systems. [>~1°]
Both differential and integral cross sections for charge transfer
in different ion—atom collisions have been the focus of some
experimental researches.[?9-%3]

Single-electron capture in the collision of fast singly pos-
itive charged helium ions with helium atoms is one of the pro-
cesses of interest, for which a large number of measured to-
tal cross sections exist in the literature.[242%1 However, the
theoretical studies of this process are scarce possibly due to
the complexities appearing in the typical five-body problem
calculations. The first-order four-body Born approximation
with correct boundary conditions (CB1-4B) (15.16] and the four-
body continuum distorted wave approximation (CDW-4B)!!3]
have been applied to calculate the single electron capture total
cross sections for this reaction.

The integrated cross sections provide only an average

of the information of the collision dynamics. While, fully
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differential cross sections contain all relevant information
about the collision process and are the most sensitive tests
to the validity of theoretical studies. Recently, the novel
imaging technique known as cold target recoil ion momen-
tum spectroscopy (COLTRIMS) provides a very efficient way
to measure the fully differential cross sections in ion—atom
collisions.!!?%1 This development in experimental techniques
brings a renewed interest in the theoretical study of the differ-
ent reactions that may occur in ion—atom collisions at various
ranges of the impact energy.

In a previous paper,!’! we calculated the differential and
total cross sections for single-electron capture in the collision
of fast helium ions with helium atoms in their ground states
using a three-body Coulomb-Born distorted wave approxi-
mation (CBDW-3B). In that work, the non-captured electrons
were considered as the frozen electrons, so their interactions
with the active electron were not considered in explaining the
capture process. Although, with this three-body approach we
obtained comparative success in characterizing the dynamic
of the specified collision, it seems that neglecting the dynamic
correlations between the involved electrons leads to some un-
physical effects in the transition amplitude and to a significant
deflection from the experimental data, especially at higher im-
pact energies. On the other hand, there is a widespread belief
that an extension of the three-body formalism to its four-body
version would give a better description of the considered re-
arrangement process. The availability of the differential cross
sections, the relative success of the CBDW-3B theory in ex-
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plaining some aspects of the collision process, and the expec-
tation that a four-body version of the formalism may improve
the agreement of the results with the experiment, motivated us
to generalize our previous calculations to a four-body model.

The present work is aimed at investigating the role of
dynamic and non-dynamic electronic correlations for single-
electron capture to a projectile ground state without excita-
tion of the target using the four-body Coulomb—Born distorted
wave approximation, especially for energetic He™—He colli-
sions. In order to survey the role of the inter-electron repul-
sion potential from a dynamic point of view, we employ the
post formalism with the concrete full perturbation potential in
the exit channel. Also, the sensitivity of the formalism to static
correlations is examined using different wave functions to de-
scribe the initial bound state of the helium atomic target. The
second aim of this paper is a systematic study of the validity
of the four-body Coulomb—Born approximation, by compar-
ing the obtained results with the corresponding available ex-
perimental data as well as other theoretical calculations.

This paper is organized as follows. In Section 2, we de-
velop and study the basic structure of the present four-body
model and briefly sketch the approach to single-electron cap-
ture from helium atoms by helium ions as projectiles. In Sec-
tion 3, the obtained results are presented and compared with
those of other theories and the experimental results. The re-
lated discussions are also given in this section. Finally, in Sec-
tion 4, we summarize the results obtained. Atomic units will
be used throughout unless otherwise stated.

2. Theory

A four-body collision is considered, in which a projectile
ion P with an effective charge of Zp and mass Mp captures one
electron from a helium target consisting of a target ion T and
two active electrons e; and e;. The mass and charge of the
2. Let

the position vectors of electron e; (with i = 1,2) relative to P

target nucleus are respectively denoted as Mt and Zt =

and T be respectively denoted as «; and s;. The inter-electron
distance vector is given by 71, = |s] — s2| = |&] — x2|. Let
the relative vectors of P with respect to the center of mass of
the helium target and with respect to the nucleus T be denoted
as St and R, respectively. It is also assumed that during the
collision process, electron e; is captured by the projectile ion
and electron e, remains bound to the target ion. Thus, Sp is
the relative vector of the center of mass of the newly formed
atomic subsystem (P, e;) with respect to the center of mass of
the remaining subsystem (T,e;). In the entrance channel, it
is convenient to use the set of the Jacobi coordinate vectors
(31 , 82, ST) for the positions of the constituents of the stud-
ied system, while in the exit channel, the more proper Jacobi
position vectors are (whsz, Sp).

The exact expressions for the prior and the post forms of
the standard transition amplitude for a typical rearrangement
process, which are mathematically equal on the energy shell,
are given respectively by

= (¥ [Vi|¢), = (o), (D)

where l//i+ and y; are the exact solutions of the Schrodinger

prior __ post __
Tt Tt

equation in the center of mass frame, ¢; and ¢ are the asymp-
totic initial and final states, and V; and V¢, which rapidly fall
off as R — oo, are the perturbation potentials in the initial and
final channels, respectively.

In the presence of the two-body Coulomb interactions,
for the considered reaction in which the electron of the pro-
jectile is not explicitly included (Zp > 1 and Zt = 2), there
exists a residual Coulomb interaction between the fragments
in the final channel. Consequently, the standard forms of the
transition amplitude must be modified to satisfy the correct
boundary conditions by including the produced distortion due
to this residual Coulomb interaction in the formalism. In the
first-order Coulomb-Born distorted wave approximation, the
produced distortion is included partially in the final interac-
tion potential and partially in the corresponding asymptotic
wave function to satisfy the proper boundary conditions. Con-
sequently, the modified forms for the matrix elements of the
amplitudes, in the first-order approximation, are given by

T = (oiltiler), T =(oUtlgr). @

in which

R X1 X2
Umve—ya 2t 2 Ze 1
R R s1 X2 ri2

where Vi is the final perturbation potential at asymptotic
separation, and ¢; and ¢ are the solutions of the following
Schrodinger equations:

1, 1, 1, 2 2
- N v N v e .
|: 2,“,1 St Z.U'T S zluT S s S2+ :|¢1 E¢17
1 1 1 (Zp—1) Zp
L vo N v RN vV _Lp 2
|: Z‘Llf Sp 2[.113 x1 Z,LLT 52 SP X1 }(P E(Pf
3
Therefore,
¢ = ¢i(s1,s)et AW
gr = e ™120(1—in)gp(a))pr(ay)e S
x 1F1(+in;1; —iQsSp — Qs - Sp), 4

where N = pe(Zp — 1)/Qr is the final Coulomb repulsive or
Sommerfeld parameter, Q; and Qy are the initial and final
wave vectors for the relative motion in the center of mass
frame, 1F(a;b;x) and I'(x) are respectively the confluent hy-
pergeometric and Euler’s gamma functions.

033401-2



Chin. Phys. B Vol. 24, No. 3 (2015) 033401

In Eq. (3), E is the total energy of the system and is given

by
_

245
where ¢€; and ef are the initial and final bound-state energies,

2 L5
E O +e = 2TLfo + €,

and y; and yy are the reduced masses of the two aggregates in
the entrance and exit channels,

o Mp (Mt +2m)
e Mp + My +2m’
(Mp +m)(Mr +m)
Mp + Mt +2m

)

with m being the mass of the electron. The other reduced
masses are defined as

- mMp - mMT
'upim—‘rMP, uT*m_"_MT-

For computational purposes, the following initial bound-state
wave function is used:

0i(s1,82) :J%Ji{/e*(CS1+C’sz)7 )

in which A, .4/, {, and {’ are some parameters that are deter-
mined by choosing the appropriate bound-state wave function
for the involved electrons in the entrance channel. Then the
final bound-state wave functions are assumed to be

op(x1) = Mpe P, or(s2) = Are 2 (6)

in which the normalization factors .#p and .47 are respectively
given by Ap = {pr/Cp/m and A7 = Cr+/Cr/7. In our final
results for the considered problem, we set {p = Zp = 1.6875
and CT = ZT =2.

Substituting the explicit forms of the distorted initial and
final perturbation potentials, U; and Uy, as well as the asymp-
totic initial and final wave functions, ¢; and ¢r given in Eq. (4),
into Eq. (2) leads to the following integral forms for the
CBDW-4B matrix elements of the transition amplitude:

TP = e M2 (1 4 in)Zp 2.9k — Iv, — Iy,
zlgost: e—nn/ZF(1+in)
X I:(ZP+1)]R72PJX2 *Ztﬂsl +*jr12:|a (7)

in which the partial transition amplitude .5 (S = R, x1, X2, 51,
r12) reads

1
jS:</V/dS]dSzdR567€PX17CS17052
X e*i(P-lerq-serP-R)lFl(_in;1;_,’_iQfR_~_iQf.R)7(8)

where AN = MAN' NN, 6 = {1+ {', and the wave vec-
tors P, p, and q are respectively the momentum vectors trans-
ferred to the projectile ion P, the active electron e, and the
non-captured electron e, with the following explicit forms:

Mp
P= — i,
Mp+me Q

p_MT+2m ! Mp+m b
m m
1= Mt +2m I_MT—FmQt'

When terms of the order m/M (with M = Mp and/or M) are
neglected, the position vectors R and Sp are approximately
equal. This fact has been used to derive the integral forms of
the partial amplitudes given in Eq. (8).

Similar to what has been explained in detail in Refs. [9]
and [30], the nine-dimensional integral for the partial ampli-
tude £ containing the two-body inter-nuclear Coulomb in-
teraction can be reduced to a one-dimensional integral which
is easy to calculate numerically. Toward this end, the integra-
tion over s can be easily performed as

G5 —iag-s 8o
/dsze 02718 — @107 ©)
Now, applying the integral identity
1 9 eik
—pr — ———/dki (10)
€ )
272 dLp K+82

and using the fact that x| = s; — R, we derive

T = 4o N 0 / 1

T+ ) CEvg
X/dslefcs'“(k*p)'sl /dee*i(MP)-R

R
x 1Fi(—=in;1;+1Q:R+1Qs - R). an

By noting that

. 9 1
—Csitik—p)s1 _ _gqp 2 (_ — 12
Jase ”a;((k—p)2+§2)’ (12
the result
1604
R o

1 .
x/dRﬁe_IP'R1F1(—in;1;+iQfR+iQf'R)

92 o ik R
‘g%t Fergmrre

is obtained. Using the Feynman identity(3!]

1 1

—= /0 T T (14)
we have

1604
R o

1 .
x/dREe_IP‘R1F1(—i71;1;+iQfR+iQf'R)
efik-R

9* !
Xm/o dx/dkm7 (15)
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in which £? = x(1 —x)p*+ §Zx+ §*(1—x) and po = (1 —x)p.
When the k integration is performed using the integral identity

7lkR 2
/dk Tk

3
we obtain
16120/ 02 1 1 -
_ L —ER-i(pp+P)R
i =tz aagat b 9 Bege
x 1F1(—=in;1;+iQ0R+1Q;- R). (16)

Similar to that for the three-body rearrangement processes
discussed in Ref. [9] and [30],
integral,?] the final one-dimensional integral form of .7 is

and using the Nordsieck

obtained as

e (4m) Gcgpﬂ// dur(l
q—I—G

1 0
(586) é (é p0+P)
(17)
where

(U?=2Q¢-U —2iAQ¢ + A2)iN

?(1,U) = (U2 A2)T+in

Proceeding in a similar manner, we may also reduce the nine-
dimensional integrals for %, and .%, to the one-dimensional
integrals as follows:

(4n)cl N 1 2
W/ dx(1—x) <€ 35) @(&,po+P),(18)

_ (4n)olpt 19
arrr=y: / d’“(éa&

In order to reduce the partial transition amplitude .7, to

xl—

2
) B(E.po+P). (19)

a two-dimensional integral, the s, integration can be simpli-
fied using the Fourier transform of e~°%2 and employing the
Feynman identity. A simple manipulation yields

/dSz

in which p? = y[6? + (1 —y)¢*]. Using this result together
with the integral identity (10), and performing the s; integra-

70’?2 lq 82

J ( ! e*PRfiqu)7
|s2 — R|

27r6/ d
yyp&p

tion as is carried out in Eq. (12), we obtain

%2:_4Gﬂ/ dyy /dR —pR—i(yq+P)-R

XlFl(*ln,l,JrleRJrle R)

eflk R

acpac/ T

(20)
Again, by using the Feynman identity (14), the k integration
can be performed to obtain

1 |
= —4 dx—
s np/acac/ p&p / x{:

~ /dRe* §+p)R—i(po+yg+P)-R

x1Fi(—in; 1, +iQR+1Q;- R)|. (21)

The R integration is a special case of the Nordsieck integral
and has a closed form. Inserting the analytical expression for
this integral into the above equation results in the following
final form for .#,,:

S, = 2(27) agcp/y/ dyy(p 8p) / dxx
><<1—x>(éjé) (3o0+smba+p). e

A similar procedure can be developed to reduce the partial
transition amplitude .7, to a two-dimensional integral. The

result is
Fr, = 2(2m) GCPJV/ dyy(p 8p> / dxx
1 a\*. .,
X(éj’aé’) @(&',q0+ P), (23)

where £ = x(1 —x)(p +yq)> + {Zx+ (p + £)*(1 — x) and
g =(1-x)(p+yq).

Both differential and integral cross sections for single-
electron capture in the collision of singly positive helium ions
with helium atoms can be calculated using the post and/or the
prior transition amplitudes given in Eq. (7). In the center of
mass (c.m.) frame, the differential cross section is given by

d i
Cem. (0,E) = (dg) (“”f Qf|§f| .24

and the integral capture cross-section is given by

‘ 1
o(E) = ‘;;‘f%/j | 7| d cos ), (25)
where Jj is the prior or post transition amplitude and 6 is the
scattering angle.

Finally, we note that the projectile carries an electron with
a given spin projection, and the Pauli principle will prevent an
electron with like spin to be captured (unless an excited state
is formed). This means that for the 1s — 1s transition, the two
ground-state electrons of the helium target are not equivalent;
while for the transitions from the 1s state to all excited states,
these electrons can be considered as equivalent electrons. Sub-
sequently, using the well-known n—3 scaling rule, we estimate
the total cross sections for capture to all the possible final states

as Oioral = (2 ): 1/n®— 1) (E) = 1.4040(E). The influence
of such Pauli blocklng on the capture process of an electron

and its transfer to a partially filled shell has been discussed in
several papers (see, e.g., Ref. [33]).
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3. Results and discussion

The main intent of the present study is two-fold. First, the
model is meant to demonstrate the influence of the static and
dynamic electron correlations on the differential cross sections
by directly comparing the obtained results with their corre-
sponding experimental measurements as well as the results of
other theories. Second, we would like to determine whether a
generalization of the CBDW-3B approximation to a four-body
formalism improves the results for differential cross sections.
To this end, in this section, the obtained results for single-
electron capture in the collision of singly positive helium ions
with helium atoms in their ground states are presented and dis-
cussed. The following results are obtained using the single-
zeta wave function (SZ): 34

CS
¢i(s1,82) = - e*C(s‘wsz)’

with s o

$=Zr— 16 = 16’
which describes the initial bound state of the two electrons
in the helium targets. In the following discussion, we as-
sert that the CBDW-3B theory deals with the specified prob-
lem as a symmetric collision system for which Zp = Z7. It
is well known that the prior and the post forms of the tran-
sition amplitude are equal for symmetric collisions. In our
previous study,[®! two sets of results obtained with different
effective nucleus charge numbers were discussed. However,
since the CBDW-3B theory with the effective nuclear charges
of Zp = Z1 = 1.339 gives a better description of collision dy-
namics, in the following figures only these results are depicted
and compared with the present calculations. Also, a simple
variational wave function is used to describe the ground state
of the produced helium atom with {p = 1.6875. Consequently,
the effective charge number of the projectile ion is assumed to
be Zp = 1.6875.

Figure 1 displays the angular distribution of the differen-
tial cross sections, obtained from the prior and the post forms
of the CBDW-4B transition amplitude, for the collision of
3He* ions with “He atoms as a function of the laboratory scat-
tering angle 6Oy, at an incident energy of 60 keV/amu. In this
figure, the results are compared with those of the CBDW-3B
and the continuum distorted wave-Born initial state (CDW-

(6,201 The experimental values obtained

BIS) approximations.
by Schoffler e al. are also depicted in the figure to scruti-
nize the present results. The comparison relates only to the
Is — 1s transition amplitude. One of the basic differences be-
tween the CDW-BIS and CBDW theories comes from their
distorting potentials. For the CDW-BIS theory, the perturba-
tion potential is an operator-valued potential, whereas for the

CBDW theory, the distorting potential is the usual electrostatic

Coulomb potential. Although for both of the four-body theo-
ries, the initial wave functions are the same as given in Eq. (4),
their final wave functions are different. The CDW-BIS em-
ploys the scattering wave functions from the CDW-4B method
in the exit channel and replaces the Coulomb scattering waves
for the relative motion of heavy particles by their asymptotic
forms. Considering the differences between the CBDW and
CDW-BIS approximations, it is reasonable to expect that they
exhibit different behaviors to explain the collision dynamics.
However, the accuracy of the models should be examined by
comparing those results with experiments.

T T T T I T T T T I T T T T
N -
. M —— CBDW-4B (post)
10 EN \"\ — — — CBDW-4B (prior) 3
:%\\\‘-\ —-—-- CBDW-3Bl ]
Ay ———— CDW-BIS (4B)R0 ]
4P “'\ O  Exp. datal?’] .
1075 B E
5 E \‘. 60 keV/amu E
< . \ .
2 J ) J
S
TO10° 3 E
b - -
) ] ]
10° = =
104 =
] T T T T
0 1.5

0,/ mrad

Fig. 1. (color online) Angular distribution of the single-electron capture
differential cross sections for collision of 60 keV/amu *He" ions with
4He atoms in their ground states. Both cross sections and scattering
angles are obtained in a laboratory frame. Lines are for theories, and
symbols for experiments.

As is seen from Fig. 1, both the prior and the post for-
malisms of the CBDW-4B theory show a sharp dip due to the
mutual cancelation among the various terms in the perturba-
tion potentials. Here, the angle at which this cancelation oc-
curs is called the dark angle. The dip appearing in the dark
angle is unphysical because it may not be observed in exper-
imental measurements. However, in the experimental data,
a structure is observed approximately in the same region in
which the unphysical dip occurs. For angles below the dark
angle, the post CBDW-4B curve lies under both the prior and
the CBDW-3B curves. Although the dynamic electron corre-
lation is absent in the prior formalism, it is explicitly included
in the post amplitude through the final complete perturbation
potential. As is seen from the figure, the maximum difference
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between the prior and the post results occurs in an angular re-
gion before the dark angle. Also it is seen that for extreme
forward scattering angles (angles below the dark angle), the
post results are in better agreement with the experiment and
consequently give a better description of the collision dynam-
ics. Although the effect of the passive electron on the results
due to the initial and final bound state wavefunctions is the
same in the prior and the post forms of the four-body 7-matrix,
as the comparison shows, completely neglecting the dynamic
correlation may lead to an unphysical behavior of the transi-
tion amplitude at extreme forward scattering angles (or large
impact parameters). For scattering angles beyond the dark an-
gle, the difference between the prior and the post formalisms
is marginal and both have a significant deviation from exper-
imental observations. In this angular region, the CBDW-3B
theory is in a better agreement with the experiment. In com-
parison with CDW-BIS, the present approximation is found to
have better agreement with experimental cross-sections com-
pared to the four-body CDW-BIS model for nearly all the con-
sidered scattering angles.

The results from the present calculations are given in
Fig. 2 for an incident energy of 150 keV/amu. A compari-
son is made between these results and those obtained from the
CBDW-3B and CDW-BIS theories!®?%! and also those mea-

1.2%1 Here again the ex-

sured experimentally by Schoffler er a
plicit inclusion of the dynamic correlation would lead to better
results at angles around the zero scattering angle. For this case,

the post, prior, and CDW-BIS curves coincide with each other

\ ——— CBDW-4B (post)

'%\‘ — — — CBDW-4B (prior)
] —-—-.- CBDW-3Bl

—— CDW-BIS (4B)
o) Exp. datal20]

10° 150 keV/amu =
3 E E
< - -
~
> ] ]
= 4 4
S
T 107 =
S 3 3
=z ] 3
10" 3 —
103

o

0.5 1.0 1.5
0.,/ mrad

Fig. 2. (color online) Angular distribution of the single-electron capture
differential cross sections for incident energy of 150 keV/amu.

at larger scattering angles. In an angular region above the dark
angle, the difference between the results obtained from the
four-body theories and the experiment is considerable. Also,
near the region of the dark angle, a structure appears in the
experimental measurement. In general, among the specified
models, the CBDW-3B approximation is better suited for ex-
plaining the features exhibited by the measured cross-sections.

The results for the prior and post differential single elec-
tron capture cross sections in fast SHe™—*He collisions at
300 keV/amu are displayed in Fig. 3. The experimental data
given by Schoffler et al.?°! and the theoretical data from the
four-body CDW-BIS?%! and three-body CBDW theories!®! are
also depicted in this figure. The prior and post graphs, which
coincide with each other at angles beyond the dark angle, are
not in good agreement with the experimental measurements
in this angular region. Also, a significant discrepancy can be
seen between the prior and the post curves at extreme forward
scattering angles. In the CBDW-3B computations, neglect-
ing the dynamic electron correlation causes some deflection
from the experimental results in this angular region. At the
angles around the zero scattering angle, the results of the post
CBDW-4B theory are in excellent agreement with the experi-
mental findings. A complex structure is observed in CDW-BIS
around the dark angle, while such a structure is absent both in
experimental and other theoretical results. Except for a narrow
cone around the zero scattering angle, the CBDW-3B theory
gives a better description of the collision dynamics.

T T T T I T T T T I T T T T
107 =
—— CBDW-4B (post) 3
— — - CBDW-4B (prior) ]
) —-—-- CBDW-3Bl 1
107 3 E— CDW-BIS (4B)20 E
] O  Exp. datal?’] .
) 10° = 300 keV/amu =
:'3 3 3
< ] ]
~
e - i
S 10' 3 =
o 3 W 3
z 3 3
S ] ) ]
Z 1 v ]
10% = B¢ =
E H] E
= I ]
10% 4
10! 5
3 T T T T I T T T T I T T T T
0 0.5 1.0 1.5
0.,/ mrad

Fig. 3. (color online) Angular distribution of the single-electron capture
differential cross sections for incident energy of 300 keV/amu.
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Differential cross sections as a function of the labora-
tory scattering angle for the same reaction at incident energy
630 keV/amu are depicted in Fig. 4. At small angles, our post
results are much closer to the experimental distribution than
those of the other theories. For scattering angles below the
dark angle, these results are in reasonable accordance with the
experiment. However, for angles above the dark angle, both
the post and the prior results coincide with each other and
are considerably larger than the experimental results as well
as other theoretical results. Similar to the previous case, the
four-body CDW-BIS method shows a complex structure in an
angular region around the scattering angle of 0.2 mrad.

results obtained from the two different wave functions describ-
ing the initial bound state of these electrons: the single-zeta
and the highly correlated multi-parameter Byron—Joachain[®>!
wave functions. The latter wave function is given by

¢i(s1,82) = ﬁ(Ae_‘:S1 +Be_c/“) X (Ae~5% +Be‘§'52),

with A = 2.60505, B =12.08144, { = 1.41, and {’ = 2.61. For
all the above discussed impact energies, a comparison of the
results shows that a sensible discrepancy does not exist be-
tween the differential cross sections computed by means of
these different wave functions. In other words, the present
formalism is not so sensitive to the static correlation. For ex-
ample, figure 5 compares the prior and the post differential
cross sections obtained by means of the single-zeta and the
correlated Byron—Joachain wave functions for an impact en-
ergy of 60 keV/amu. As is seen, the difference between the
corresponding results is marginal. However, the post results
are in better agreement with the experiment. The fact that the
ground-state correlation has little effect on the capture cross
sections is also supported by the other studies of the different
charge transfer processes (see for example Refs. [8] and [14]).

106 = T T T T T T T L—
N, 3
] —— CBDW-4B (post) 7]
7 — — — CBDW-4B (prior) 7
T —-—-- CBDW-3B 1
10° ———— CDW-BIS (4B)20) =
3 O  Exp. datal?”! 3
5' - -
@ 4 630 keV /amu
R E
6}\ ] ]
3 3 3
~ - -
S
E - -
103 —
102 — -
N -
T T T T I T T = T T
0 0.5 1.0

01,/ mrad

Fig. 4. (color online) Angular distribution of the single-electron capture
differential cross sections for incident energy of 630 keV/amu.

As is seen, for larger scattering angles, our results are de-
flect relative to the experimental data, possibly due to the fact
that the specified collision is a five-body collision, while we
assume that one electron is frozen to the projectile nucleus,
thus neglecting the effect of its interaction with the active elec-
tron of the target. Another reason for the deflection from the
experimental data may be related to the fact that the effect of
the second and higher order terms in the present formulation
increases when the impact energy increases and the first-order
approximation is not sufficient for the presentation of all the
patterns exhibited in the experimental data.

Another issue that we wish to examine is the sensitivity of
the present formalism to the static correlation of the two elec-
trons in the helium target. Toward this end, we compare the
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Fig. 5. (color online) Comparison of the prior and post differential cross
sections obtained by means of the CBDW-4B theory using the single-
zeta (SZ) and the correlated Byron—Joachain (BJ) wave functions. Lines
are for SZ and full symbols are for BJ wave functions. The experimental
values are denoted by open circles.

An overview of Figs. 1-5 shows that the present theory
is not suitable to explain the collision dynamics. Because it
predicts an unphysical dip in the angular distribution of the
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differential cross sections. Also the predicted results are sig-
nificantly larger than their corresponding experimental values
at larger scattering angles. A similar feature has been dis-
cussed for positronium formation from multi-electron targets
in Ref. [36].
small angular region around the zero scattering angle, the in-

However, the present results show that, in a

clusion of the inter-electron potential responsible for the dy-
namic electron correlation in the CBDW-4B amplitude would
reduce the deflection of the results from the experiments. Also,
the static correlation does not affect the theoretical results con-
siderably.

It is a difficult task to explain why the present CBDW-
4B results, contrary to what one would expect, do not im-
prove over those CBDW-3B calculations. This is an issue that
warrants further study. However, we can refer to a number
of possible causes for the discrepancy between these models.
(i) The initial bound-state wave functions for the two models
are different. The four-body model uses a two-electron wave
function with correlation, while the three-body model uses a
one-electron wave function. (ii) In the three-body model, the
residual helium ion in the final state is considered as a parti-
cle without internal structure, while in the four-body model, it
is considered as a bound subsystem which is described by a
hydrogen-like wave function. (iii) Both the initial and the final
perturbation potentials are different for the two models. (iv) In
the CBDW-4B model, only the final state is distorted by the
residual Coulomb interaction, while in the three-body model,
both the initial and the final states are distorted by the corre-
sponding Coulomb residuals. It seems that in the three-body
formalism including the initial and final Coulomb distortions
and considering an effective nuclear charge for the target ion
gives a better description of the average influence of the static
and dynamic correlations on the collision process than what is
done in the four-body formalism. Another issue which should
be examined in further study is whether including the second-
order transition amplitudes in the computations improves the
accuracy of the four-body results relative to those of the three-
body approach. Inclusion of the second-order calculations in
the CBDW formalisms and comparison of the obtained results
with the experiment allow for the accuracy of the three- and
four-body approaches to be assessed. Also it is helpful to give
insight into which physical aspects of the considered collision
process are most important in the accuracy of the model.

The CBDW-4B calculated post integral cross sections
for single charge transfer in “Het—*He collisions, obtained
with the complete perturbation potential for energies between
60 keV/amu to 5000 keV/amu, are depicted in Fig. 6. These
results are compared with a number of available experimen-
tal data,(>*° and also with the corresponding results ob-
tained from the four-body first Born (CB1-4B),[!3:16] the four-
body continuum distorted wave,(CDW-4B)!'> and CBDW-3B

methods.!®! Tt is assumed that the projectile passive electron
remains in its atomic ground state during the collision. The
computation of the total cross sections is performed only for
the final ground state (for 1s — 1s transition). The obtained
results are multiplied additionally by a factor of 1.404 in or-
der to include a contribution from the excited states according
to the well-known n~3 Oppenheimer scaling law. Contrary to
the differential case, the integral cross sections are in excellent
agreement with the experiment. They are also a little larger
than, but compatible with, the CBDW-3B results.®! A compar-
ison of these results with those of the CB1-4B and CDW-4B
shows that the CBDW-4B model is in better agreement with
the experiment at smaller scattering energies. The difference
between the results obtained from different four-body theories
becomes ignorable as the impact energy increases.
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Fig. 6. (color online) Integral cross sections for single-electron capture
in collision of fast helium ions with helium atoms in their ground states.
Lines are for theories, and symbols for experiments. Impact energies
are given in the laboratory system.

4. Summary and conclusion

An analysis of the prior and the post forms of
the transition amplitude in the four-body Coulomb—Born
distorted-wave approximation with correct boundary condi-
tions (CBDW-4B) has been carried out for single electron
transfer in the collision of the fast singly positive helium ions
with helium atoms. An important criterion for establishing the
usefulness of the given theoretical model has been provided by
comparing the results with the experimental results. In spite of
the fact that a three-body version of the approximation gives
good estimates of the differential and integral cross-sections
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for different ion—atom collision systems, its four-body ver-
sion is not so successful in explaining the features exhibited
in the experiments for the differential cross sections. Espe-
cially for the prediction of an unphysical sharp dip in the an-
gular distribution of the differential cross sections and also for
large deflections of the results from the experiment at scatter-
ing angles beyond the dark angle, it becomes difficult to draw
a definite conclusion about the extent of the validity of the
present model. A similar situation was observed for the other
four-body theory (CDW-BIS) discussed through the previous
section. The only advantage of the present theory is that it
improves the theoretical results for extreme forward scatter-
ing angles by including the interaction potential responsible
for the dynamic correlation in the post form of the transition
amplitude. Also, it is shown that the CBDW-4B differential
and subsequently integral cross-sections are not so sensitive to
the choice of the initial bound-state wave function. Accord-
ingly, the static correlation does not play a significant role in
addressing the various aspects of the cross sections. In gen-
eral, the prior—post discrepancy is marginal for scattering an-
gles beyond the dark angle, and for smaller angles, the post
cross sections indicate better agreement with the experimen-
tal data. Also, as the impact energy increases, the discrepancy
between the prior and the post cross sections decreases. Con-
trary to the fact that the present four-body approximation fails
to give a good description of experiments for the differential
cross sections especially at larger scattering angles, it gives re-
sults in good agreement with the experimental total cross sec-
tions. The present results for the total cross section are more
satisfactory than those of the CB1-4B and CDW-4B theories,
particularly for lower incident energies, and are also compat-
ible with the results of the CBDW-3B approach across all of
the considered energy range.

Acknowledgment

One of the authors, HG, wishes to acknowledge the of-
fice of graduate studies at the University of Isfahan for their

support and research facilities.

References

[1]

[2]
[3]
[4]

[5]

[6]
[7]

[8]
[9]
[10]
[11]

[12]
[13]

[14]
[15]
[16]
(17]

(18]
[19]
[20]

(21]

[22]

[23]

[24]
[25]

[26]
[27]

(28]
[29]

[30]
(31]
[32]
[33]
[34]
[35]
(36]

033401-9

Belki¢ Dz 2012 Fast Ion-Atom and Ion-Molecule Collisions (Sigapore:
World Scientific Publishing Company)

Mancev I, Milojevi¢ N and Belki¢ Dz 2013 Few-Body Syst. 54 1889
Mancev I, Belki¢ DZ and Milojevi¢ N 2012 Phys. Rev. A 86 022704
Chowdhury U, Harris A L, Peacher J L and Madison D H 2012 J. Phys.
B: At. Mol. Opt. Phys. 45 035203

Chowdhury U, Harris A L, Peacher J L and Madison D H 2012 J. Phys.
B: At. Mol. Opt. Phys. 45 175204

Ghanbari-Adivi E and Ghavaminia H 2012 Eur. Phys. J. D 66 318
Ghanbari-Adivi E and Ghavaminia H 2012 J. Phys. B: At. Mol. Opt.
Phys. 45 235202

Mancev I and Milojevi¢ N 2010 Phys. Rev. A 81 022710
Ghanbari-Adivi E 2011 J. Phys. B: At. Mol. Opt. Phys. 44 165204
Harris A L, Peacher J L and Madison D H 2010 Phys. Rev. A 82022714
Harris A L, Peacher J L, Madison D H and Colgan J 2009 Phys. Rev. A
80 062707

Zapukhlyak M and Kirchner T 2009 Phys. Rev. A 80 062705
Zapukhlyak M, Kirchner T, Hasan A, Tooke B and Schulz M 2008
Phys. Rev. A 77 012720

Belki¢ DZ, Mancev I and Hanssen J 2008 Rev. Mod. Phys. 80 249
Mancev 12007 Phys. Rev. A 75 052716

Mancev I 1996 Phys. Rev. A 54 423

Datta S K, Crothers D F S and McCarrol R 1990 J. Phys. B: At. Mol.
Opt. Phys. 23 479

Datta S K, Scheid W and Grua N 1993 J. Phys. B: At. Mol. Opt. Phys.
26 2127

Mapleton R A 1961 Phys. Rev. 122 528

Schoffler M S, Titze J N, Schmidt L Ph H, Jahnke T, Neumann N,
Jagutzki O, Schmidt-Bocking H, Dorner R and Mancev 1 2009 Phys.
Rev. A'79 064701

Mergel V, Dorner R, Khayyat Kh, Achler M, Weber T, Jagutzki O,
Liidde H J, Cocke C L and Schmidt-Bocking H 2001 Phys. Rev. Lett.
86 2257

Bratton T R, Cocke C L and Macdonald J R 1977 J. Phys. B: At. Mol.
Phys. 10 L517

Martin P J, Arnett K, Blankenship D M, Kvale T J, Peacher J L, Redd
E, Sutcliffe V C, Park J T, Lin C D and McGuire J H 1981 Phys. Rev.
A 23 2858

Forest J L, Tanis J A, Ferguson S M, Haar R R, Lifrieri K and Plano V
L 1995 Phys. Rev. A 52 350

Atan H, Steckelmacher W and Lukas M 1991 J. Phys. B: At. Mol. Opt.
Phys. 24 2559

DuBois R D 1989 Phys. Rev. A 39 4440

de Castro Faria N V, Freire F L and de Pinho A G 1988 Phys. Rev. A 37
280

Itoh A, Asari M and Fukuzawa F 1980 J. Phys. Soc. Jpn. 48 943
Pivovar L I, Tabaev V M and Nikolov M T 1961 Zh. Eksp. Teor. Fiz. 41
26

Ghanbari-Adivi E 2011 Eur. Phys. J. D 62 389

Feynman R P 1949 Phys. Rev. 76 769

Nordsieck A 1954 Phys. Rev. 93 785

Kirchner T and Horbatsch M 2000 Phys. Rev. A 63 062718

Hylleraas E 1929 Z. Phys. 54 347

Byron F W and Joachain C J 1966 Phys. Rev. Lett. 16 1139
Ghanbari-Adivi E and Velayati A N 2013 J. Phys. B: At. Mol. Opt.
Phys. 46 065204


http://dx.doi.org/10.1007/s00601-012-0563-3
http://dx.doi.org/10.1103/PhysRevA.86.022704
http://dx.doi.org/10.1088/0953-4075/45/3/035203
http://dx.doi.org/10.1088/0953-4075/45/3/035203
http://dx.doi.org/10.1088/0953-4075/45/17/175204
http://dx.doi.org/10.1088/0953-4075/45/17/175204
http://dx.doi.org/10.1140/epjd/e2012-30446-0
http://dx.doi.org/10.1088/0953-4075/45/23/235202
http://dx.doi.org/10.1088/0953-4075/45/23/235202
http://dx.doi.org/10.1103/PhysRevA.81.022710
http://dx.doi.org/10.1088/0953-4075/44/16/165204
http://dx.doi.org/10.1103/PhysRevA.82.022714
http://dx.doi.org/10.1103/PhysRevA.80.062707
http://dx.doi.org/10.1103/PhysRevA.80.062707
http://dx.doi.org/10.1103/PhysRevA.80.062705
http://dx.doi.org/10.1103/PhysRevA.77.012720
http://dx.doi.org/10.1103/PhysRevA.77.012720
http://dx.doi.org/10.1103/RevModPhys.80.249
http://dx.doi.org/10.1103/PhysRevA.75.052716
http://dx.doi.org/10.1103/PhysRevA.54.423
http://dx.doi.org/10.1088/0953-4075/23/3/017
http://dx.doi.org/10.1088/0953-4075/23/3/017
http://dx.doi.org/10.1088/0953-4075/26/14/013
http://dx.doi.org/10.1088/0953-4075/26/14/013
http://dx.doi.org/10.1103/PhysRev.122.528
http://dx.doi.org/10.1103/PhysRevA.79.064701
http://dx.doi.org/10.1103/PhysRevA.79.064701
http://dx.doi.org/10.1103/PhysRevLett.86.2257
http://dx.doi.org/10.1103/PhysRevLett.86.2257
http://dx.doi.org/10.1088/0022-3700/10/14/004
http://dx.doi.org/10.1088/0022-3700/10/14/004
http://dx.doi.org/10.1103/PhysRevA.23.2858
http://dx.doi.org/10.1103/PhysRevA.23.2858
http://dx.doi.org/10.1103/PhysRevA.52.350
http://dx.doi.org/10.1088/0953-4075/24/10/012
http://dx.doi.org/10.1088/0953-4075/24/10/012
http://dx.doi.org/10.1103/PhysRevA.39.4440
http://dx.doi.org/10.1103/PhysRevA.37.280
http://dx.doi.org/10.1103/PhysRevA.37.280
http://dx.doi.org/10.1143/JPSJ.48.943
http://dx.doi.org/10.1140/epjd/e2011-10548-y
http://dx.doi.org/10.1103/PhysRev.76.769
http://dx.doi.org/10.1103/PhysRev.93.785
http://dx.doi.org/10.1007/BF01375457
http://dx.doi.org/10.1103/PhysRevLett.16.1139
http://dx.doi.org/10.1088/0953-4075/46/6/065204
http://dx.doi.org/10.1088/0953-4075/46/6/065204

	1. Introduction
	2. Theory
	3. Results and discussion
	4. Summary and conclusion
	References

