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Abstract. Positronium impact target ionization processes of alkali atoms are investigated in the
frame work of model potential formalism and using the Coulomb distorted eikonal approximation.
Alkali atoms are visualised as one electron species and to take the effect of the core electrons, the
valence electron is assumed to move in the field of a model potential. Interesting qualitative features
are noted both in the ejected electron and scattered Ps distributions in triple differential as well as
double differential levels of the collision cross sections.
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1. Introduction

Alkali atoms as targets in atomic collisions have been considered in a large number of
experimental and theoretical studies over the years, as they can be addressed both theoretically
and experimentally relatively easily such that detailed comparison is possible [1]. Again
collisions with alkali-metal atoms are of interest for application in the design of laser systems
in VUV regime [2] and for diagnostics of (fusion) plasmas and their impurities [3,4]. Further,
from the theoretical point of view, the shell structure of alkalis are interesting in the sense that
the quasi-one electron models of the loosely bound outermost electron and a stationary effective
potential due to frozen inner shell electrons are the appealing features of the alkali atoms
involved in collision processes. On the other hand, use of positronium as the projectile becomes
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interesting as new experimental techniques and theoretical methods are enabling increasingly
stringent tests of the understanding of basic atomic and molecular collision phenomena as
well as of fundamental antiparticle-matter interactions. In this paper a comparative study of
Ps impact ionization of two alkali atoms are performed. Such collision processes find interest
as the targets are alkali atoms having simple structures, low ionization potentials and large
polarizabilities where as the projectile being the simplest particle-antiparticle system.

From the theoretical perspective, single ionization process by Ps impact, even of the simplest
hydrogenic target is a bit difficult task [5] as it becomes a four body problem. The complexity
mainly arises due to the internal degrees of freedom of the projectile Ps which must be taken into
account. However the direct Coulomb interaction between the Ps and the atomic target is very
much smaller as compared to that arising from the electron exchange effect between them [6].
Again the calculation of this exchange process is rather difficult since it involves electron
swapping between two different centres, the target and the Ps though the electron exchange
effect seems to be not the main driving force for the target ionization process. Therefore, our main
task is to develop suitable mathematical tools necessary for solving the many body Schrodinger
equation that appears in this particular single ionization process. Various approximation
models like close coupling [7-9], R-matrix theory [10, 11]], different variational methods [[12-14]
were developed for solving the Ps impact elastic and inelastic scattering processes. From
such investigations one can make a comparative study of the different theoretical models
with relative merits and demerits and their agreements with the available experimental data.
The suitability of different mathematical models depends on the collision partners, particular
collisional channel and on the energy regime concerned. Close coupling (CC) methods are proved
to be quite successful in the lower incident energy regime while the CDW models are supposed
to be more suitable with reasonable accuracy at comparatively moderate and higher incident
energies for which the CC methods become increasingly difficult with energies to compute with.

The recent experimental and theoretical results of Brawley et al. [15]] show that the total
cross sections of atoms with Ps as projectile is unexpectedly close to that of a bare electron
projectile moving at the same velocity. These findings motivated us to study theoretically the
target ionization process of alkali atoms by Ps impact and to compare the results with the
corresponding electron impact ionization results. The present model is based on the frame work
of Coulomb Modified Distorted Wave Approximation (CMDA). We have calculated both the ¢riple
differential cross sections (TDCS) and the double differential cross sections (DDCS) and have
tried to compare the findings with the existing theoretical and experimental results [16-18] of
electron impact ionization of Na atom.

The basic difference between the electron impact and the Ps impact ionization lies in the
fact that in the latter case, both the projectile and the target are composite objects having
an internal structure and as such the dynamics demands evaluation of multicenter integrals
occurring in the transition matrix elements which are quite difficult and time consuming. The
present study of target ionization (by Ps impact) is different from that of the single ionization of

Journal of Atomic, Molecular, Condensate & Nano Physics, Vol. 5, No. 1, pp. @ 2018



Model Potential Approach for Positronium Impact Ionization of Alkali Atoms: D. Ghosh 57

the target atom/ion by positron or electron impact and as such the present TDCS additionally
carries the information about the influence of the Ps on the ejected electron distributions as the
TDCS of the ejected electron varies with both the energy and the angle of the scattered Ps. The
inclusion of the exchange effect between the projectile electron and the target electron in the
final channel would lead to formidable difficulties in the present prescription.

The present problem addresses the theoretical study of the dynamics of target inelastic
process, e.g., single ionization of the target (Na, K, Rb and Cs atom), both being initially in their
ground states.

ete(1s)+ X (1s) —ete(1s)+ X +e, (1)
where X = Na,K,Rb,Cs.

Since both the composite bodies interact in the initial channel, theoretical prescription
is difficult and as such one has to resort to some simplifying assumptions to circumvent
the mathematical complexity. The present calculation is performed in the framework of post
collisional Coulomb Distorted Eikonal Approximation taking account of the proper asymptotic

boundary condition of the ejected electron in final channel, which is one of the most important
criteria for a reliable estimate of the ionization cross-sections.

2. Theory

The prior form of the ionization amplitude for the aforesaid process (1)) is given as:
] M e o o o o o
TP = — LWL, o, ) Vil (71, 72, 73)) @)
if on

The initial asymptotic wave function y; in equation (2) is chosen as

wi = pps(IF1 —Fale™ R pr(Fs). (3a)
where B = (7 1+792)/2 and k; is the initial momentum of the Ps atom with respect to the target
nucleus. The ground state wave function of the Ps atom

¢ps(IF1—72l) = Nisexp(=A;riz) (3b)
with Nis = Af’/ 2/y/7 and A; = 1/2. The ground state wave function of the target alkali atoms is

chosen in the form of a simple hydrogenic orbital as

¢r(r3) = Nrexp(—Arrs). 4)

3

2

The value of A7 is taken from the work of Hart and Goodfriend [19] and Nt = % .
The complexity of working with many electron atom have prevailed over in different
theoretical investigation [20-25] by considering the model potential [26,27]], where the effect of
the core electrons have not been considered explicitly. The model potential of the alkali atoms
initiates the multi-electron core interaction with the single valence electron by an analytic
modification of the Coulomb potential. In the present calculation V; is the initial channel

perturbation not diagonalized in the initial state is chosen as model potential following the work
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of Schweizer et al. [28] given by

1 1 1 1 N N
Vi=————-—+—+ —exp(-air1)— —exp(-airg) +agexp(—-asri)—agzexp(-asra) (5)
ri ra ris ras ri ra

where 71, 9 and 73 in eqn. (2) are the position vectors of the positron and the electron of the Ps
and the bound electron of the target atom (Na, K, Rb and Cs) respectively, with respect to the
target nucleus; N = 10 and 18 for Na and K respectively and py = 2. The values of a1, a2 and a3
are taken from the work of Schweizer et al. [28].

Here, 713 = Fl - F3 and 723 = 72 - F3.

The wave-function ‘I’IZ satisfies the incoming wave boundary condition. The corresponding
Schrodinger equation is given by,

(H-E)¥*=0, (6)
where the full Hamiltonian of the system is given by,

v2 Vv4 Vv:¢ 1 7z, 2z Z 1 1 N
H=--f£__12__38_ - /2 2 _2_ - L -y exp(-airi)
2u; 24ps 2 rie ri1 re rg rig reg ri

N
- r—exp(—alrg)—i-ag exp(—asri)—agsexp(—asra),
2

where y; and ups are 2 and 1/2, respectively.

In the present work we have adopted the prior version of the transition matrix (eqn. ) which
is supposed to be more suitable for an ionization process [29-32]]. Equation (6) concerning a
four body problem could not be solved exactly and as such one has to resort to some simplifying
assumptions. The final state wave function \I’]Z (eqn. (2)) involving two bound particles (Ps)
and one continuum particle is approximated by the following ansatz in the framework of
Coulomb-eikonal approximation [31-34]:

W (F1,72,73) = Nisexp (‘flfrlz)N3(2ﬂ)_3/2eik3'73 1Fi(—ias,1,—i(ksrs + k3 -F3))

i F (1 1
e‘kf'Rexp{inff (———)dz'} , (7)

ri r2

where N3 = exp (52) T (1-ias) with as = —%3 = %; and Af = A; = 1/2; since the Ps remains

in the ground state in final channel.
Esand k  are the final momentum of the ejected electron and the positronium respectively.
Equation satisfies the incoming wave boundary condition which is one of the essential

criteria for a reliable estimate of an ionization process.

The two centre effect on the electron of the Ps due to its parent ion (e*) and the screened
target ion is implicit in eqn. (7). Since in the final channel the ejected electron from the target is
in the long range Coulomb field of the residual target ion (Na*, K™, Rb™, Cs*), this interaction
is incorporated in eqn. (7). The justification of the present ansatz for the approximate wave
function ‘I’]Z can be given as follows. The confluent hypergeometric function (1 F'1) arises because
of the continuum wave function of the ejected electron in the field of its parent target ion. The
strong interactions between the target nucleus and the two components of the incident particle
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(e and e™ of Ps) are taken into account by the two eikonal factors in the final channel. In
order to avoid the complexity in the analytical calculations, we have neglected the higher order
interactions between the e*/e of the Ps and the target electron and have mainly concentrated
on the ionization of the target; this interaction being considered through the perturbation
interaction in the initial channel.

In view of equations (2)—(7), we obtain the target ionization amplitude (direct) for the
process (1) as

Tt = _lzl_;fffNékNT@n)‘w exp(~Ar7s)e B B (N1 )2 exp(—Arys)

2t 2t 1 N
(————— +—+ —exp(—alrl)
rr r2 rig ra2z ri

N
- exp(—airg)+agexp(—asri)—as eXp(—agrz))
2

e k3 Ta o IR R (1) 4 21) 1 (rg + 29) " 1 F1(ias, 1,iksrs + kg - F3))dF1dFadFs,  (8)

where A = A; + A¢. After much analytical reduction [35-39] the target ionization amplitudes
T;r in equation is finally reduced to a three dimensional numerical integral. The triple
differential cross sections (TDCS) [|36] is given by
d30' k fk3
dEsdQ.dQs ki

IT; 12 )

and the double differential cross sections (DDCS) i.e., %{fm are obtained by integrating over
the solid angle dQg.

It may be mentioned in this context that due to the principle of detailed balance, the
transition amplitude obtained from the post and prior forms should in principle, be the same
if the exact scattering wave function in the initial or final channel (\P;r,‘PIZ) could be used,
which for a four body problem is a formidable task. In the case of approximate wave functions,
the afore said two forms might not lead to identical results giving rise to some post-prior
discrepancy. However, in the case of simple First Born Approximation (FBA) where the initial or
final scattering states are represented by the corresponding asymptotic wave functions, there
should not be any post-prior discrepancy.

3. Results and Discussion

The TDCS and the DDCS results are computed for target ionization of the alkali atoms, Na,
K, Rb and Cs by Ps impact. For the single ionization, the threshold energy is determined by
E;; =Eél]f[a,K’R b.Cs)" Since the present study is made in coplanar geometry, i.e., A is A r and 1_4;3 all
being in the same plane, the azimuthal angles, ¢ and ¢3 can assume values 0%and 180°. In
this work we have adopted ¢ = ¢3 = 0° for asymmetric geometry.
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Figure 1. Triple differential cross section for Ps impact ionization of Sodium, Potassium, Rubidium
and Caesium in the coplanar (@3 = @7 = 0%) asymmetric geometry. The solid curve represents the TDCS
for Sodium, the dashed dot curve represents Potassium, dotted curve represents Rubidium and dashed
curve represents Caesium. In Figure[Ip, incident energy (E; = 11 eV and ejected electron energy E3 =3
eV 0y =3°, in Figure[1| E; = 11 eV, E3 =3 eV b 0, = 30°. In Figure[lk E; =20 eV, E3 =2 eV, 07 =3,
in Figure|ld E; =50 eV, E3 =2 eV, 0 = 30, Figure [1d and Figure 1k depict the kinematics E; = 50 €V,
E3=10eV, 0 = 30 and E; =100 eV, E5=10 eV, Or = 30 respectively.
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Figure (1| exhibit the angular distributions (TDCS in atomic unit (a.u.)) of the ejected electron
(03) for the atoms Na, K, Rb and Cs. For the TDCS shown in Figure[I, incident energy (E;) is
kept fixed at 11 eV, ejected electron energy (E3) is taken 3 eV, and the scattering angle of the
incident Ps (67 =) is 3°. The TDCS curves for all these atoms exhibit similar nature, i.e., a peak
at extreme forward. In this kinematics the TDCS for Rb and Cs atoms exhibit much higher
values than Na and K atoms. It is clear from Figure , where 0 is 30°, the extreme forward
peak moves slightly followed by a shoulder like structure. The TDCS value is lower for higher
scattering angle as expected. For higher scattering angle, Na and K atoms behave differently
from Rb and Cs in either sides of 180°.

TDCS for higher incident energy in Figures [Ic and [Id, shows forward peak with some
associated hump like structures in recoil side. The overall TDCS values for all these atoms
however decreases with higher incident energy. When the incident energy is increased further,
keeping fixed emission energy of the electron, as in Figures [l and [1f, the hump like structure
disappears and shoulder like structures appear in both sides of the forward peak. It is evident
from all Figures[Ila to [T that for higher incident energy the TDCS of Na dominates over K, Rb
and Cs atoms.

To compare the findings of Ps impact ionization with that of electron, TDCS of Na atom with
respect to the Ps scattering angles are depicted in Figure [2p-f, for different emission angle of
the electron for a particular incident energy 11.138 eV [18]. It is clear from the figures, that
for lower scattering angle, forward ejection is preferred. Again, for this particular incident
energy, velocity matching between the electron and the Ps dominates merely on the equal energy
sharing between them. The solid curve in Figure [2| represents velocity matching kinematics
between the ejected electron and the scattered positronium. It should also be pointed out here
that the mass of the Ps being double to that of the electron, we have considered the Ps ejected
energy to be twice the ejected energy of the electron to keep pace between the ejected electron
and the Ps in the velocity space. Comparison between electron and Ps impact ionization shows
that for smaller values of the scattering angle, the Ps impact ionization takes over the electron
impact ionization where as for higher scattering angle, the electron impact ionization dominates
over the Ps one.

We have compared the TDCS for both equal velocity and equal energy sharing between
the ejected electron and the scattered positronium for Na atom. The solid curve in Figure
represents velocity matching kinematics between the ejected electron and the scattered
positronium. It should also be pointed out here that the mass of the Ps being double to that
of the electron, we have considered the Ps ejected energy to be twice the ejected energy of the
electron to keep pace between the ejected electron and the Ps in the velocity space.
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Figure 2. Triple differential cross section for Ps impact ionization of Sodium for different values of
scattering angle at an incident energy 11.138 eV in the coplanar asymmetric geometry (3 =@ = 09).
The dashed curve represents equal energy sharing (E3 = Ef = 3 eV) and the solid curve represents for
equal velocity of the ejected electron and scattered positronium (E3 =2 eV, Ef =4 eV).

Journal of Atomic, Molecular, Condensate & Nano Physics, Vol. 5, No. 1, pp. @ 2018



Model Potential Approach for Positronium Impact Ionization of Alkali Atoms: D. Ghosh 63

Figure [3]illustrates the Ps impact fully differential cross sections in the symmetric geometry
(03 = —0¢) [16]. The figures reveal that for symmetric kinematics extreme forward ejection of
electron is preferred for the energy regime considered here. For higher incident energy (35.138
eV; Figure [3h), this peak moves to higher angle but having lesser magnitude. Again, it shows
that at lower incident energy, velocity matching (Figure [3p) between the electron and Ps is more
preferred where as for higher incident energy equal energy sharing between them (Figure [3p)
predominates. The TDCS of electron impact ionization of Na [[16]] for equal energy sharing
in symmetric geometry shows a prominent binary peak for different incident energy, where
as in this case the forward maxima falls sharply from 0° angle, shows prominent deviation
from electron impact ionization. However the peak structure occurs for Ps impact ionization at

higher incident energy behave similarly as that for electron impact.

Figure 3. Triple differential cross section for Ps impact ionization of Sodium in the coplanar symmetric
geometry (03 = —0). In Figure [3[solid curve represents E; = 15.138 eV, dashed line is for E; = 25.138 eV
and the dotted line presents E; = 35.138 eV. Figure [3a represents equal energy sharing kinematics i.e.,
E3=Ef =5 eV (solid curve), dashed curve (E3 = Ef = 10 eV), dotted curve (E3 = E = 15 eV). Figure 3b
represents velocity matching kinematics: solid curve (E3 =3.33, Ef = 6.66 eV), dashed curve (E3 = 6.66,
Er=13.34 eV) and Dotted curve represents the kinematics E; =10 eV, Ef =20 eV.

The next Figure [4a to Figure [4d exhibit the double differential cross sections (DDCS)
with respect to the scattered Ps angle (07) for the Ps-Na, K and Cs system. Figure |4a,
Figure 4b depict the Ps distributions for the fixed incident energy 25 eV where as Figure
and Figure 4d represents the DDCS for 45 eV, keeping the ejected electron energy fixed at 5
eV (Figure [4ha, Figure [dc) and 10 eV (Figure [4p, Figure [4d), respectively. It is revealed that
the DDCS distributions for Sodium, Potassium and Caesium are similar in nature though the
magnitude differs depending on the kinematics. From Figures|4a and Figure 4D it is evident
that asymmetric energy sharing between Ps and the ejected electron is more favoured than
equal energy sharing among them.
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Figure 4. Double differential cross section for Ps impact ionization of Sodium (solid curve), Potassium
(dash dotted curve) and Caesium (dashed curve) for different asymmetric kinematics. In Figure [,
E;=25¢eV, E3=5 ¢V, in Figure[dp, E; =25 eV, E3 =10 eV in Figure[dc E; =45 eV, E3 =5 eV and in
Figure E;=45¢eV, E3=10 eV.

4. Conclusion

(1) Though qualitative similarities between the electron and the positronium impact
ionization of the alkali atom (Na) are revealed for particular kinematics (higher incident
energy), in conformity with experiment [15], mainly for low incident energy, both
qualitative and quantitative discrepancies are prominent between the TDCS of two
colliding particles.

(2) Study of both the Equal energy sharing and the probability of velocity matching between
the scattered projectile and ejected particle, shows velocity matching kinematics is
preferred than the equal energy sharing though the incident energy and the collision
geometry also other two major prevailing factors.
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(3) The DDCS with respect to the scattered Ps angle shows similar qualitative behaviour for

the alkali atoms Sodium, Potassium and Caesium. Regarding the magnitude of the DDCS,
it can be inferred that for lower ejection energy Na dominates while for higher ejection
energy Cs takes precedence.
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