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Inversion of electron-water elastic-scattering data
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Fixed-energy inverse scattering theory has been used to analyze the differential cross sections for
the elastic scattering of electrons from water molecules. Both semiclassical (WKB) and fully quantal
inversion methods have been used with data taken in the energy range 100-1000 e¢V. Constrained
to be real, the local inversion potentials are found to be energy dependent, a dependence that
can be interpreted as the local equivalence of true nonlocality in the actual interaction. Further
improvement in fits to the data was found by allowing the interactions to be complex, reflecting the
role of coupling of the elastic to nonelastic channels.

PACS number(s): 34.80.Bm, 03.65.Nk

I. INTRODUCTION

Direct procedures are the most common ones used to
analyze (fixed energy elastic) scattering data that one
obtains from beam experiments, whether those exper-
iments involve nuclear, atomic, or molecular systems.
In the main those direct procedures are purely phe-
nomenological with a parametric form chosen a prior:
to be the (central, local) interaction between the collid-
ing entities. Increasingly, however, those interactions (or
at least the real parts of them) have been defined by
folding some underlying pairwise microscopic interaction
with the density distribution of the quantal system in-
volved. Whichever approach to the direct procedure is
used, there is a set of parameters that identify the scheme
and, invariably, their values are adjusted to give a best fit
to the measured data. That best fit is specified, usually,
by finding a minimum chisquare (x?) fit to the data from
variations in the parameter space.

Inverse scattering methods [1] form an alternative pro-
cedural class with which to analyze the same data. With
inverse methods, the interaction between the colliding
pair is extracted from the data without a priori assump-
tions about the shape of the potential, although it may
belong to a certain class of potentials and the validity of
the dynamical equation of motion (the Schrédinger equa-
tion) is assumed. But the results are linked to the specific
method used and there is always a question of uniqueness.
However, in applications to date [2-5], the quality of fit
one can obtain with inverse scattering theory to (quality)
data is often such that the sensitivity of the potentials
obtained by inversion can be measured with respect to
the range and amount of input data. Those potentials
are specified hereafter as inversion potentials.

Of all of the methods for inversion of fixed energy
(cross-section) scattering data, those based upon a ra-
tional function representation of the underlying scatter-

“Permanent address: Physics Department, Tsinghua Uni-
versity, Beijing, The People’s Republic of China.

1050-2947/94/49(5)/3788(11)/$06.00 49

ing function, Si(A), arguably are the most useful. With
such forms for the S function, solution of the inverse
problem with the Schrodinger equation is facilitated ei-
ther by a semiclassical, WKB, procedure [6] (under con-
ditions appropriate for use of that approximation) or by
a fully quantal scheme of the Lipperheide-Fiedeldey (LF)
type [7], methods which have been used extensively in re-
cent years to analyze the elastic scattering cross sections
from the scattering of two nuclei [5,8]. The attendant fits
to measured data in those cases were usually an order of
magnitude better than any obtained by direct methods
of analysis. Semiclassical methods of inversion have also
been used with considerable success in studies of atom-
atom scattering [2]. In his review [2], Buck also noted the
possible use of rational function representations of the S
function. Likewise with an excellent fit to very accurate
data, electron-helium atom scattering has been inverted
to give the representative interaction [4]. The quality of
the data in that case was such that an error analysis was
feasible and from which confidence limits at each radius
could be placed upon the extracted interaction.

In recent years, differential cross sections for electron
scattering from small molecules have been measured and
the scattering viewed as a central field problem. Direct
methods have been used to analyze the data, so far with
varying success. For water molecules, Katase et al. [9]
have used both a purely phenomenological form of the
(real) interaction potential (the sum of two Yukawa po-
tentials) and a spherically averaged folded one in direct
solutions of the Schrodinger equations. Those analyses
gave quite good fits to the data taken with electron en-
ergies in the range 100-1000 eV. Herein, we report the
results of new analyses of that data made using inverse
scattering theory. In the first instance, to ensure that
the scattering potentials so obtained are purely real, a
constraint is required that ensures the poles and zeros
of the required rational function representation of the §
functions are complex conjugate pairs. Excellent fits to
the data result, but the inversion potentials are then en-
ergy dependent. Energy dependence may be anticipated,
however, as such reflects nonlocal effects in the actual
scattering processes. An estimate of potential scattering

3788 © 1994 The American Physical Society



49 INVERSION OF ELECTRON-WATER ELASTIC-SCATTERING DATA 3789

nonlocality has been made assuming that it has Frahn-
Lemmer form.

The potentials used in direct methods of analysis of
the scattering are purely real, as are those we obtained
with our first study of inversion of the same data. Con-
sequently from all of those studies, the scattering phase
shifts are also purely real, the modulus of the S function
is then fixed to be unity and there is no reaction (absorp-
tion) cross section in the process. For energies in the hun-
dreds of eV, it seems probable that some flux of the beam
will be “lost” with the occurrence of nonelastic reaction
events. A complex central potential would be needed
then to describe the elastic scattering process as inde-
pendent of any reaction channel couplings. Allowing the
pole-zero pairs description of the rational function form
of the S function required in the inversion procedures to
be unconstrained leads to such complex potentials and,
attendantly, a significant absorption cross section.

Following a brief review of the inverse scattering theory
and of the WKB and LF methods that we have used in
our analysis, the results of the calculations are discussed

in Sec. III.

II. ELEMENTS OF FIXED ENERGY INVERSE
SCATTERING THEORY

Solutions of the Schrodinger equation with a central
local interaction describing the collision of two quantal
systems link to measured data via scattering amplitudes
that one extracts from the asymptotic forms of those so-
lutions. In the partial wave expansion treatment of the
scattering, those scattering amplitudes, in turn, can be
defined in terms of S functions or in terms of phase shift
functions. In the center of mass frame, the scattering
amplitudes define differential cross sections by

% =150 )

and are expressed in a partial wave expansion as
1
F0) = o1 Xl:(zl +1)[S(1) — 1]P(6). (2)

Therein S()), with A being the angular momentum vari-
able, are the S functions which relate to the phase shift
functions by

S(A) = exp[2i6(N)] . (3)

The inverse scattering problem for fixed energy scat-
tering then resolves to the following: Given the S func-
tion (equivalently the partial wave scattering amplitudes)
at a particular energy and as a function of the angular
momentum (), find the central local potential which re-
produces that S function.

To do so, however, the S function must be defined at
all (continuous) values of the angular momentum vari-
able. But measured data are only sensitive to that S

function at the integer values of \ — % Thus to pro-

ceed with inversion of the Schrodinger equation for fixed
energy scattering, one must interpolate and extrapolate
upon a discrete set of S-function values; however they
are obtained by fits to measured data.

There are several methods of solution of fixed energy
inverse scattering problems. Herein we will consider
the applications of just two. They are the semiclassi-
cal (WKB) method [6] and a fully quantal method based
upon a Lipperheide-Fiedeldey scheme [7,10,11].

A. The semiclassical (WKB) method

In this approach, with ro being the classical turning ra-
dius and Kj(r) being the local momentum through the
interaction region, scattering phase shifts defined by

(D) =(1+ %)g —kro +/ [Ki(r') — k] dr' (4)
To
are used to specify the “classical” deflection function,

o) = 2.2 5 () (5)

from which, via an Abel integral transformation, one can
find the quasipotential

Qo) dx

I

2E [® O\
E2 /a ViE_ 52
- f‘f%% ( /0 = —‘“jz(/\_)—(,—z’\ dA) . (6)

The scattering potential is determined from that quasipo-
tential via the Sabatier transformation by

Vivks(r) = E [1 — (7% )] (7)

so long as there is a 1:1 correspondence between r and o
from the transcendental equation

1 (QJL))
r-—-Eoe 2B/,

(8)

This condition is valid if, for the actual potential,

1 dV
E > V(T') + 57‘5 , (9)

a condition that E exceeds FEorbit (the energy at which
“orbiting” occurs). Also, as the definition of the quasipo-
tential has the limit

Qo) ~_ oo, (10)

the transforms lead to 7 — r9 and V — E in that limit.
The WKB method for basically attractive interactions is
valid only for radii in excess of the classical turning value
and/or the condition for orbiting.

The integral form of the quasipotential is solved eas-
ily if one has a rational function representation of S(X),
namely,
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N A2 _ g2
Sx(\) = H (rz__—a%) , (11)
as then one finds

N
. 1 1
Qo) = 2E Zli\/oz_a%_ Jo? - Bz

The residual problem for use of the WKB procedure is
then to find the set of complex zero-pole pairs {a,, 8.}
that “fit” S(A). One may also incorporate a reference
S function whenever scattering is dominated by aspects
not of primary interest. Coulomb scattering between two
nuclei is an example. The rational function form of the S
function ensures that the WKB potentials decrease as ;15
for very large radii. Details are given in the Appendix.

} . (12)

n=1

B. Fully quantal inversion

The objective is to invert the scattering data to define
the potential in the radial Schrodinger equation,

)

%x;(kr) + <k2 — xi(kr) =U(r)xi(kr) .
(13)

From this form, the scattering potential U(r) can be de-
fined in terms of the free Jost solutions that satisfy

[dz )‘2__%

R 0 0 (14

and have asymptotic properties

+ ikr
R e
1 24 1
r—0 2)\72 (,.(»;—)) ’ (15)

wherein f are free Jost functions. The potential obtained
by inversion then is given by the sum over N pole-zero
pairs of (complex) angular momenta that define the scat-
tering function as per Eq. (11) and has the form

U(r) = 3di (}Zn&:)m f,‘n*)(r)> . (16)

where the function « is a solution of
D Tam(r)el) (1) = £7(r) (17)

and the Wronskian function z is defined by

W £7(r), £ (r)
Zaulr) = A o I (18)

This development can be extended [11] to include ref-
erence potentials in the basic Ricatti equations and to

generalize the associated iterative scheme mentioned in
brief next.

The Lipperheide-Fiedeldey schemes are particularly
useful ways to go about determining that potential. In
the simplest of those schemes, one assumes that the fixed
energy S function for scattering can be represented by a
complex rational function form

N /\2_[32
A2 — a2’

S(A) = (19)

n=1

The total scattering potential [V (r) = Vy(r)] can then
be obtained by iteration as

V(1) = Var(r) + AM™(7) | (20)

where, with V; = 0, the increment function for each addi-
tional pole-zero pair of the N set defining the S function
is given in terms of the Jost solutions from the preceding
iterate of the potential by

21 d r
AM™(ry = =(8% - al) — . (21)
r dr \ L) (r) + L5 (r)
Therein, Lf\i)(r) are logarithmic derivatives,
d ()
)y — g [ arda (1)
Ly (r) =42 (T) ; (22)
x ()

with f;\i)(r) being the Jost solutions of the potential
[Vi—1(r)] that asymptote as eT**", respectively. Again,
one can use a reference S function in the procedure. The
reference potential associated with that S function then
specifies V5. As with the WKB scheme, the fully quantal
one leads to potentials that decrease as r% at very large
radii [7]. That behavior, and the behavior of the quantal
inverse potentials as r — 0, is discussed in the Appendix
as well.

III. RESULTS AND DISCUSSION

The 200-1000 eV data are fitted extremely well when
rational forms for the S function with two pole-zero pairs
of complex (and conjugate) angular momentum values
are used. The specific values of those poles and ze-
ros are listed in Table I. All are given to eight decimal
places stressing the importance of many digit accuracy
for inverse scattering calculations. Indeed, in the (fully
quantal) study of the extensive data set from 350 MeV
nuclear 60-160 heavy-ion scattering [8], eight digit ac-
curacy was essential to give the extremely good fit to
the elastic cross-section data. At each energy for this
electron-molecule scattering, the parameter values were
defined by a x? minimization fit to the actual data. With
minor variations, the resulting parameter values show a
monotonic variation with incident energy. Essentially,
the first pole o; moves further away from both the real
and imaginary () plane) axes. The pole ag, on the other
hand, moves slightly towards the real angular momentum
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TABLE 1. The poles of the rational form S functions that
fit cross-section data and which are associated with real (in-
version) potentials (an. = 8;,).

Energy ay a2
(eV) real imaginary real imaginary
e-H20
1000 1.60829155 3.28575604 0.53465170 0.76808099

700 1.63356329 2.97362652 0.62916014 0.78895677
500 1.51860275 2.63443339 0.62915601 0.78895677
400 1.52672950 2.81645109 0.78628877 0.71376029

300 1.41616501 2.51692173 0.77275074 0.67646893

200 1.24892894 2.76555901 0.87411745 0.62779371
e-CH4
200
(quantal) 2.47321338 3.36016047 1.00000000 0.69847163
200
(WKB) 2.54989600 2.91580747 0.81507489 0.60392063

plane axis with increasing energy, and at the same time
it moves slightly away from the imaginary one. That en-
ergy dependence reflects in the potentials we obtain by
inversion.

The results are displayed in Fig. 1. In the top sec-
tion of that figure the cross sections for various energies

—— 100

— =———=200
2 e--—-+ 300
g 2 0------—0 500
S +——2 1000
L
1
0 1 1 I l\‘~?§ ==
2 4 6 (-

FIG. 1. The differential cross sections for elastic electron
scattering from H2O at diverse energies (top). The (real)
phase shifts determined by calculations using the inversion
potentials and which give the calculated cross-section results
displayed are shown in the bottom section.

(200-1000 eV) are shown and the agreement between the
measured cross sections [9] and our calculated results is
excellent. Specifically the calculations (determined by
solutions of the Schrodinger equations in which the in-
version potentials have been used) give total x2 values of
10, 4.1, 2.6, 5.0, 1.7, and 0.9 for the 200, 300, 400, 500,
700, and 1000 eV cases, respectively. The phase shifts
that yield those fits are shown (to ! = 6) in the bottom
section of Fig. 1. They are in excellent agreement with
the values of the relevant S functions of rational form
that were used as input to the inversion scheme when
taken at the appropriate (I + %) values of the angular
momentum variable.

The real local potentials that we have obtained from
inversion of the 200-500 eV data from electron scattering
from H,O are displayed in Fig. 2. They were evaluated
using the WKB inversion scheme and the pole-zero pair
values of Table I. While all energies to 1000 eV were
considered, only the results for the 200, 300, 400, and
500 eV scattering are shown in this diagram. Clearly
these (real) potentials are energy dependent. Above 500
eV, that energy dependence is very slight (at least for
radii in excess of 0.1 a.u.). Energy dependence in local
potentials can be a reflection of true nonlocality of the
actual interaction. Indeed, nonlocal interactions do map
to phase equivalent (energy dependent) local ones when
the solutions of the relevant Schrodinger equations link
by a functional transform [12,13]. With

2
—S—MVZ + Wige(r, E) — E| ¥(r,E)=0 (23)

being the local form and

y: 4 200 eV
4) ————2300eV
-S0F K e 400 eV
( lf —+—+— 500 eV
7
41
/’I
/ | 1 1 1
0.1 0.2 0.3 0.4

Radius (a.u.)

FIG. 2. The (real) potentials obtained by WKB inversion
of the 200-500 eV scattering data shown in Fig. 1.
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{_%vz V() - E] $(r, E) = /J(r,r’)¢(r’,E)dr'

(24)

being the nonlocal one, phase equivalence only requires
that the two solutions equate asymptotically. It is useful
to consider a Frahn-Lemmer type of nonlocal interaction,
viz.,

J(r,x') = F(R) v(p) = F(r) v(p) , (25)

where R and p are |r+1'| and |r — 1’|, respectively, and
the range of the nonlocality is small. Then a Taylor series
expansion allows the nonlocal Schrédinger equation to be
mapped into the local form provided

P(r, E) = T(r) ¢(r,E) , (26)

where
) = [1 - Wil )) @)

Note that the wave functions need only match asymptoti-
cally (phase equivalence) and that this relation is true for
any energy independent nonlocal interaction [12]. Fur-
ther, taking the nonlocality to be of Gaussian form

o(p) = (/o) exp (—%) (28)

identifies [13] the Frahn-Lemmer function F as

2h2

dWioc(r, E)
po? '

F(r) = 5

T3(r) (29)

Shown in Fig. 3 is the nonlocal Frahn-Lemmer func-
tion we have obtained from the set of inversion potentials
at 350 eV. The result, specified by using a four-point La-

grange derivative formula with the 200, 300, 400, and

500 eV potentials, is shown as the continuous curve in
2h%

the diagram and the units are =%;.
po

For comparison a

I I
0.5 1.0

Radius {a.u.)

FIG. 3. The Frahn-Lemmer nonlocality function deduced
from the 200-500 eV inversion potentials. The derivatives
involved were estimated at 350 eV.

double Yukawa function is shown by the dashed curve.
That double Yukawa form

—1.87r e—7.00r

+0.18 (30)
T

Frodel(r) = —0.155

is a good representation for radii in excess of about 0.2
a.u., below which, however, the WKB process is less re-
liable. But, it is also the case that the data are rather
insensitive to the actual properties of the potential in
that radial region.

The local potentials obtained by inversion are essen-
tially independent of energy for energies in excess of 500
eV. Thus the term V() in the nonlocal Schrédinger equa-
tion is specified. Also the 1000 eV data not only are well
fitted by the inversion scheme but also we have found
thereby, a real potential that is very much like the double
Yukawa form used in the original study [9]. The compar-
ison is shown in the bottom section of Fig. 4. The inver-
sion potential is displayed therein by the solid curve while
the phenomenological one is shown by the dashed curve.
There is very little to distinguish between them. But the

10° L 1000 eV e—H,0
10 |
g—i ( R%/sr)
20
1.5
40 ' L
60 80 100 120
1.0
O 1ceg) —
05 r
1 2 3 A g\\l‘-—;\\"“
I 1 L L ; ==
_s L Inversion
-------- Double Yukawa
_10 —
Via.u)
_15 b~
Radius (a.u.) —
] L —L
0.5 1.0 1.5

FIG. 4. The results of analyses of the 1000 eV elec-
tron-water scattering cross section. The calculated cross sec-
tions were made using the WKB inversion potential (solid
curve) and with modifications to have r—l; behavior at large
radii. The (real) phase shifts that each potential yields are
shown in the middle section and the inversion potential is
compared with a double Yukawa model form in the bottom
segment.
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two interactions do have quite different asymptotic be-
havior. The inversion potential eventually decreases as
r%. But the data are not sensitive to the asymptotic form
of these interactions. This is evident from the top and
middle sections of the figure. The calculated cross sec-
tions are compared with the data in the top section and
those calculations were made using the inversion poten-
tial as a base but with its variation from a cutoff radius
R, altered to have rl,, character. The solid curve is the
unaltered result R.,; — 00, the long dashed curve is the
result found using R.,; = 1.5 a.u., and the short dashed
curve was found when R+ = 1.0 a.u. Clearly the re-
sultant cross sections are indistinguishable except at the
extreme forward scattering angles. The associated phase
shift values are shown by (continuous) curves in the mid-
dle section. All three cases differ at each integer ! value
by but a few percent from each other.

The inversion potentials also give total elastic and mo-
mentum transfer cross sections for this scattering. The
values at each energy are listed in Table I in units of
107'® cm? and compare closely with those evaluated by
Katase et al. [9]. The energy variations of both calcu-
lated results are very similar to the values obtained by
inversion: slightly larger for the elastic cross sections and
slightly smaller for the momentum transfer ones.

All of the results so far presented were obtained by
using WKB inversion. At low energies that scheme may
be less accurate, in which case a fully quantal inversion
scheme should be considered. As a first example, we an-
alyzed the 200 eV electron scattering cross sections from
water and to demonstrate that the procedure is not spe-
cific to a single molecule, from methane as well. The
data from the latter reaction were also more numerous.
The two conjugate pole-zero pair values of the fitted S
function used in the fully quantal scheme and for the
scattering from methane are listed at the bottom of Ta-
ble I. Note that we restricted the search to have poles
with Re(A) > 1.0 to ensure that the low radial behav-
ior of the inversion potential did not oscillate. Details
are given in the Appendix. Using the resultant poten-
tial in the Schrédinger equation, and so determining the
scattering cross section, gave results that are in excel-
lent agreement with the observations (as were those for
scattering of 200 eV electrons from water) and that is dis-
played in the top section of Fig. 5. In this case we also
made a WKB inversion and found, using this potential, a
similarly good representation of the data. The pole-zero

TABLE II. The elastic and momentum transfer cross sec-
tions (units 107'® cm?) for electron scattering from H,O.

TJel = Ototal Omom
Energy Katase This Katase This
(eV) et al. work et al. work
1000 0.548 0.608 0.0515 0.0504
700 0.819 0.893 0.0930 0.0924
500 1.04 1.103 0.156 0.1540
400 1.32 1.437 0.208 0.2044
300 1.56 1.649 0.296 0.2828
200 2.11 2.229 0.464 0.4201

10 +
5 200 eV e—CH,
oi 10 +
b,d
helho]
-
10
I I |
30 60 90 120
Ocpm. (deg)
0 cm.
5 I
)
= -0}
o
1
]
- ]
1
1)
- I
i
! L ] 1 | 1
1 2
Radius (a.u.)

FIG. 5. The cross section for 200 eV electrons elastically
scattered from CH4 compared with the result found with the
fully quantal (real) inversion potential. That potential is com-
pared with the WKB result in the bottom segment of this
figure.

pair values of the rational S function for this calculation
were not restricted and are also given in the bottom sec-
tion of Table I. The fully quantal and WKB inversion
potentials are shown by the solid and dashed curves in
the bottom segment of this diagram. They are also very
similar and indicate that the simpler to use WKB inver-
sion scheme can be entertained, at least to this energy,
for electron scattering from small simple molecules.

The 100 eV data from water cannot be as well repre-
sented by either WKB or fully quantal inversion calcula-
tions so long as the constraint upon the pole-zero pairs to
be complex conjugate (implying that the potential is real)
with the restriction to having just two pole-zero pairs is
maintained. In any event, there remains the question of
flux loss. Nonelastic events will occur and unless each re-
action channel is considered along with the elastic one in
a complete coupled channels approach, the events leaving
the target in an excited configuration act as a source of
flux loss from the beam. In such a case, the local interac-
tion with which elastic scattering is described by a mean
field theory becomes complex, the imaginary component
being absorptive in character. As a consequence, an ab-
sorption cross section exists and the total scattering and
elastic scattering cross sections no longer coincide.

Both inversion schemes considered herein can be used
to obtain complex interactions. This occurs by using ra-
tional form S functions in which the conjugate constraint
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TABLE III. The poles and zeros of the rational form S functions that fit cross-section data from
electron scattering from H2O, and which are associated with complex (inversion) potentials.

Energy an Bn
(eV) n real imaginary real imaginary
100 1 1.20712235 0.33417144 2.80217431 -0.263431881
2 3.02150092 1.33001364 1.03890829 -0.38222030
500 1 0.97212999 0.39985415 3.12388397 -0.47514827
2 2.53465613 2.16370124 0.18162345 -0.98578740

upon the pole-zero pairs has been removed from the data
fitting process. By so doing, two pole-zero pair S func-
tions again give excellent fits to data. We consider the
100 and 500 eV cross sections in this way. The fitted
parameter values in those cases are shown in Table III.
They were obtained by starting with random values and
allowing a x? minimization search to be unconstrained.
We did not start with the best conjugate pair values. The
fits that these free fitted S functions give to the data are
shown in the upper portions of the two components of
Fig. 6. Shown below them, the data are compared with
the results found from calculations made with diverse
potentials. The solid curves are the results obtained by
using the (complex) potentials determined with the fully
quantal inversion method. The other two results were
obtained by using the model potentials [9], the double
Yukawa form, and the folded density one being used to

%%-( zz/sr)

FIG. 6. The cross sections for 500 eV (top) and 100 eV
(bottom) electrons scattered off water compared with the ra-
tional S function fits, with the results of using the fully quan-
tal (complex) inversion potentials (solid curve) and with the
two model (real) interactions of Katase et al. [9].

give the results displayed by the long dashed and short
dashed curves, respectively. The differences are marked,
as is evident from the comparisons given in Fig. 7. The
real part of the (complex) inversion potentials is stronger
than the model forms, especially at 100 eV. That is so as
the refractive processes must compensate for absorptive
processes to yield the same elastic scattering. However,
the absorption is still quite weak, far weaker than one
finds for other scattering problems such as nuclear scat-
tering, for example. The potentials have been truncated
at small radii as well. The data are just not sensitive
to the specifics of the potentials below about 0.1 a.u.
As a consequence, the WKB scheme has utility since its
use leads to the (complex) potentials shown in Fig. 8.
They concur with the fully quantal scheme results and
are shown to the small radial limit allowed.

Finally, the complex interactions lead to absorption
cross sections and in the cases studied, those values are
shown in Table IV. The total elastic, absorption, total re-
action, and momentum transfer cross-section values are

100 MeV

0 \ S

\_ /'/

/

5> -0+
S
>
0
_5 —
v
0 b
I 1 |
1 2
Radius (a.u.)

FIG. 7. The complex potentials found by quantal inversion
of the data shown in Fig. 6 with the solid and long dashed
curves, giving the real and imaginary parts, respectively. The
real model interactions are shown also.
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FIG. 8. The complex potentials for 100 and 500 eV e-H2O
elastic scattering as defined by WKB inversion. The real and
imaginary parts are shown by the solid and dashed curves
respectively.

listed therein and are compared with the elastic and mo-
mentum transfer values specified by Katase et al. [9]. The
100 eV results are the most affected although the 500 eV
momentum transfer cross section reveals the largest per-
centage variation.

We do not claim that the complex interactions we have
found are the appropriate ones for electron scattering
from water. We have shown that the data can be well
fitted by such interactions and so stress that other phys-
ical information must be used to settle upon what is the
actual representative interaction for this scattering.

IV. CONCLUSIONS

Fixed energy inverse scattering methods have been ap-
plied to extract electron-water molecule potentials from
measured differential cross sections. Both semiclassical
(WKB) and fully quantal inversion schemes have been
used to ascertain those real local interactions from data
taken with incident energies in the range 200-1000 eV.

TABLE IV. Integrated cross sections (units 107'¢ cm?)
corresponding to the complex interactions.

Reference Oel Tabs Ttotal Omom
100 eV

Katase et al. 2.98 2.98 1.01

This work 3.30 2.14 5.44 2.98
500 eV

Katase et al. 1.04 1.04 0.156

This work 1.12 0.69 1.81 0.85
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Those same methods have also been used to ascertain
the potential for the elastic scattering of 200 eV electrons
from CH,.

The starting point for each of the inverse scattering
calculations was a rational function representation of the
S function. The pole-zero (complex) pairs of angular mo-
menta were determined by fitting the differential cross-
section data. Under the constraint that the pole-zero
pairs all be complex conjugates, and with a two-pair set,
excellent fits to the data were found. The inversion po-
tentials that result then were purely real functions. At
the highest energies, those potentials and the associated
total elastic and momentum transfer cross sections re-
semble the results found with model forms of the inter-
action used in direct solution of the Schrédinger equation
[9]-
The derived potentials are smooth, well-behaved func-
tions but they are energy dependent, especially for ener-
gies below 500 eV. That energy dependence can be in-
terpreted as the effect of nonlocality in the interaction
and, using a Frahn-Lemmer form, we find that the non-
local function based upon an energy of 350 MeV is also
smooth and relatively weak. It closely resembles a sum
of two Yukawa functions.

We also analyzed the 100 and 500 eV electron-water
scattering data allowing the search for the rational pole-
zero pair values to be unconstrained. Good fits to the
data in those cases were found but the inversion poten-
tials then became complex. A complex nature to the
scattering potential is consistent with flux loss in the ex-
periment and leads to absorption cross sections as well.
The total elastic and momentum transfer cross sections
then vary markedly from the predictions of Katase et al.
[9].

Much more data are required to resolve questions that
these analyses raise. Notably there is the question of just
what nonlocality is pertinent in electron-molecule scat-
tering. Clearly such effects arise through exchange am-
plitudes in microscopic model calculations. Then there is
the problem of just how strong absorption effects should
be. Neglect of channel coupling and the attendant scat-
tering cross sections for inelastic events is a reason to
believe that the purely elastic channel models should use
complex interactions. Finally we observed that the cur-
rent data set was not sensitive to the precise polarization
potential of the molecules. Altering the potentials from
quite small radii to have an % behavior (instead of the
%3 variation of the inversion potential) made very little
change to the fit to most of the data.
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APPENDIX: ASYMPTOTIC BEHAVIOR
OF INVERSION POTENTIALS

Both the semiclassical (WKB) and fully quantal (LF)
inversion schemes we have used to obtain the potentials
described herein take as input the rational form of the S
function,

Sk(A) = ﬁ (jj:%) , (A1)

n=1

with the result that both schemes give potentials that
asymptotically vary as r%
1. The semiclassical WKB scheme limit

Asr — oo, the Sabatier variable tends as 0 — kr — oo
as well and the quasipotential

1
= 2F A2
Z \/02 _ a2 \/0'2 — 32 ( )

tends to zero. More specifically, to first order,
N

1FE 2 2

Q) (5 55 2 lon = ]
- const (A3)

T—00 1"3

The scale constant is a purely real number if the set
{an, B} are complex conjugates. Then, from the speci-
fication of the potential in terms of the quasipotential, it
is simple to show that

V(r) N const.

™00 7'3

(Ad)

2. The quantal inversion scheme

Asymptotic properties of the quantal inversion scheme
have been published [7], but are given again herein in
slightly more detail. Further, the asymptotic forms for
conditions not previously considered, i.e., for Re(A) < 1
are given.

With the rational form of the S function, Eq. (Al),
in the quantal inversion scheme, the potential takes the
form (p = kr)

U(T) = ZEi [l Z Yﬁl(p)mn E) (A5)

where the matrix Y has elements

[_ BI85 L 810

_ 57 (o) £70) |
ynm(p) =1 ﬁ% _ agn
_&HP () | HHD ()
HSY (p) HE (p)

p% —al,

Therein ii)(p) are Jost functions which relate to

Hil)(p) and H§2)(p), Hankel functions of the first and
second kind, respectively, by

K= [ Z o
and
i“’(p):\/? exp[%’m%)] H (o). (A8)

a. Behavior asr — 0

o[-0+ h] B a7

It is useful to consider the series representation of the
Bessel function and its use in the Hankel function speci-
fications [14], from which, for each pole or zero value,

(5
T(-X+1)

(1) ¢ _
B (e) p—0 sin(z\?f)[

(A9)

and similarly for H f\z) (p). Note that the essential order
of the terms in the curly brackets depends on the value
of Re(A).

If Re(A) < 1, then one finds

H(l)() ( _ (%)
) sin(Ar) | T(=A+1)
e M (3)° +--+] . (A10)
I'(A+1)
so that
1 Tr1-8) _—pBni
HH 0 g [rame )Y +1
Hél)(P) p—0 p 1;\(14_2; —»ﬂﬂz(g)Zﬁ_l
(
;6 F(_ﬂ) —pBmi P 28
~ . 1__2 . oo
p—0 p F(,B) € (2) +
(A11)
and
a1 ()

Tl-a) ani
r§1+ yeori(g)e — 1

|

HP(p)

I'l—a) ari
a(pzmze (8)% +1
P
2
(64
P

ll o) o (—g)za +-- } .

p—0

I(a)
(A12)

Consequently
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N PO (O IO
v6) o o —a?) [ﬁ 1@ (3)

2
antfglen (54|

(A13)
Then for the condition that Re(8) < Re(a),

i Zﬁ L(=P) —pmi (P\**
(W) P30 (ﬁ“‘)[ et ()

+- } (A14)
so that
,[3+a 2 ( ﬂ) _pmi (P\ P2
Uy, 2 5B e (5" . ()

This potential oscillates because

23—2 2Re(B—2)eiZIm(ﬁ)lnp

PP 2 =p
= p*ReB=2) [ (¢os[2Im(B)Inp]
+isin[2Im(3)Inp] } .
(A16)
For the condition Re(3) >Re(a), the same process
yields an oscillating potential as well with the form

« I" . 2a—2
U(r) P:O kzg * a 2 I(‘(ac;) ea,” (—g) ’ (A17)

However, if Re(A) > 1, then one finds expansions

0 i (I ) e
H20) 3, sin(Ar) [_F(—Hl) FT-ATD)
$o, (A18)
2-8 2
[1” =5 (f) . (A19)

and

(A20)

Q

I+
N

’»—- | ‘I
RIR
N~
VIO |
S |
N (M)
SN——

which lead to

o o i [
P30 pB+a) |1+ 2t (2)?
: L AR
o pBta) | T B Do) (5)+ ]
(A21)
so that
k2 B+
Ue) o = m, (A22)

a potential that is finite and smoothly varying from the
origin.

b. Behavior as r — oo

In the limit » — oo, the Hankel functions have asym-

totic form
HWM & ‘/iei(”_%”"_}i") (A23)
Tp
and
H® - |2 mito=tvn—im) (A24)
v 7Tp b

whence the logarithmic derivatives of the Jost functions
behave as

Lam(r)T:—;l—iT(az -+, (A25)
and the matrix elements of Y as
(6) =2, et |1~ P+ o= D e
52 4p? 2
(A26)
Consequently,
U(r) ~_ - % ; (B - a2 (A27)
For complex conjugate pole-zero pairs, a, = f3;,, and so

U is purely real. Note that the corresponding S function
then varies simply for large A as [7]

N 1= 38 - a?)

(A28)

[1] K. Chadan and P. S. Sabatier, Inverse Problems in Quan-
tum Scattering Theory, 2nd ed. (Springer, Berlin, 1989).

[2] U. Buck, Comput. Phys. Rep. 5, 1 (1986).

[3] H. Pauly, in Atom-Molecule Collision Theory, edited by
R. B. Bernstein (Plenum, New York, 1970).

[4] L. J. Allen, Phys. Rev. A 34, 2708 (1986); L. J. Allen

and I. E. McCarthy, ibid. 36, 2570 (1987).

[5] L. J. Allen, K. Amos, C. Steward, and H. Fiedeldey,
Phys. Rev. C 41, 2021 (1990); L. J. Allen, H. Fiedeldey,
S. A. Sofianos, K. Amos, and C. Steward, ibid. 44, 1606
(1991); L. J. Allen, K. Amos, and H. Fiedeldey, J. Phys.
G 18, L179 (1992).



3798 A. LUN, XUE JUN CHEN, L.J. ALLEN, AND K. AMOS 49

[6] H. Fiedeldey, R. Lipperheide, K. Naidoo, and S. A. Sofi-
anos, Phys. Rev. C 30, 434 (1984).

[7] R. Lipperheide and H. Fiedeldey, Z. Phys. A 286, 45
(1978); 301, 81 (1981).

[8] L. J. Allen, L. Berge, C. Steward, K. Amos, H. Fiedeldey,
H. Leeb, R. Lipperheide, and P. Frobrich, Phys. Lett. B
298, 36 (1992).

[9] A. Katase, K. Ishibashi, Y. Matsumoto, T. Sakae, S.
Maezono, E. Murakami, K. Watanabe, and H. Maki, J.
Phys. B 19, 2715 (1986).

(10] K. Naidoo, H. Fiedeldey, S. A. Sofianos, and R. Lipper-

heide, Nucl. Phys. A 419, 13 (1984).

H. Leeb, W. A. Schnizer, H. Fiedeldey, S. A. Sofianos,
and R. Lipperheide, Inv. Prob. 5, 817 (1989).

H. Fiedeldey, S. A. Sofianos, L. J. Allen, and R. Lipper-
heide, Phys. Rev. C 33, 1581 (1986).

B. Apagyi, K.-E. May, T. Haiiser, and W. Scheid, J.
Phys. G 16, 451 (1990).

Handbook of Mathematical Functions, Nat. Bur. Stand.,
Appl. Math. Ser. No. 55, edited by M. Abramowitz and
I. A. Stegun (U.S. GPO, Washington, DC, 1965).



