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The theory and application of the matrix-shape (MS) approach is investigated for elastic
scattering. Various aspects of the method, such as the choice of appropriate variables, the
choice of basis-set functions as representations of the T matrix, and the use of a MS fit to the
potential matrix that allows VG{T-type integrals to be performed analytically, are considered.
The method is applied to three-dimensional elastic scattering te ascertain if, on this widely
studied problem, the MS approach can in fact produce the essential physics. Numerical cal-
culations are presented to illustrate that reasonable results can be achieved. The numerical
results were obtained using two special cases of the method of weighted residuals, which can
be used with the MS approach to solve the Lippmann—Schwinger equation for T. The use of

the MS approach in conjunction with variational principles is also discussed.

I. INTRODUCTION

Many experimental data on scattering processes
involving large numbers of open channels have be-
come available in the last few years® and many ap-
proximate methods!™ are being studied for applica-
tion in this area. For most of these problems, the
coupling between channels is strong enough that
methods based on the Born approximation and modi-
fications thereto do not work.* Close-coupling
methods have been developed® but they remain ex-
pensive and limited to the order of 100 open chan-
nels. Yet even in simple scattering problems,
large numbers of coupled channels can be involved,
It is also true that the experimental results gen-
erally involve averages over the many states in-
volved and the need for exact state-to-state transi-
tion probabilities is perhaps questionable in very
large problems, Approximate nonperturbative
solutions to scattering problems of this type, based
upon the construction of approximate transition
matrices that follow the essential functional and
variable dependence of the exact transition matrix,
would be very useful for analysis in this area. In a
recent paper, 8 such a nonperturbative approximate
approach (the matrix-shape or MS approach) to
scattering problems was suggested and based upon
the general variable dependence or “shape” of the
matrices that contain the scattering information.
The applicability of this approach was indicated in
a quantitative way by examination of the collinear
atom-diatomic vibrationally inelastic-scattering
problem,

In this paper, we expand and further develop
these ideas and, as well, examine more quantita-

tively the viability and sensitivities of this approach.

1

Our goal is to gain a deeper understanding of the
underlying ideas and to examine the method to de-
termine if quantitative, and physically reasonable,
results can be obtained. As such, this paper deals
with the use of the MS approach in three-dimension-
al elastic-scattering problems, We will deal fur-
ther with inelastic scattering in future publications
since the method, as we will develop it in Sec, II,
can be extended to more difficult problems where
approximate answers for transition probabilities
would be highly desirable, We want here to deter-
mine if, on well-known elastic-scattering problems,
the method can extract the relevant physics con-
tained in quantities such as the total cross section
and its variation with energy. Further, it will be
possible to develop some experience with regard to
the number of terms required in a basis-set ex-
pansion, the appropriate variables that are most
important in a description of the T matrix, and
whether such expansions can yield, within a few
percent, the relevant scattering information. It is
in this context that we shall discuss the numerical
results presented in Sec. V.

II. THEORY
A. General Equations

The physical information in quantum-mechanical
scattering is contained in the T matrix. The tran-
sition probabilities and scattering cross sections
can be found directly once T is known. One can, of
course, work in coordinate space to generate ap-
proximate wave functions and then form the matrix
elements from which the physical information can
be obtained. However, it is perhaps more appro-
priate to work directly in quantum-number space
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since T is directly related to quantities of physical
interest. The T matrix, with matrix elements
{a'IT|a), satisfies the integral equation’

(@'|7]a)=(a’|V]a)
+f(oz'|V|a")G$(a"

where V is the interaction potential operator;
Gila", E)is

, EXa”|T|a), Q)

1

Yol _ .
Gole”, B)=g=F i )

and | @) is an eigenstate of the unperturbed Hamil-
tonian Hy,

Hy|la)=E,|a), (3)

with E the total energy in the center-of-mass sys-
tem, Equation (1) is the well-known Lippmann—
Schwinger (LS) equation’ for the transition matrix
T. For elastic scattering, the LS equation for the
T matrix is Eq (1), identifying o with the wave
vector k and o’ withk’.

For future reference, the differential-scattering
cross section is related to the T matrix via

4,2 -
ge - (@i rlil, @

where p is the reduced mass. The total cross
section ol is obtained by integrating do/dQ. Addi-
tionally, one can use the optical theorem? to obtain
the total cross section ¢, from the imaginary part
of the on-shell T matrix in the forward direction:

0P =~ (167°w/m%R) Im (&’ | T|K Vg oz . (5)

This is just a statement of unitarity and, for the
exact T matrix, oif*=0%®. However, approximate

T matrices will not automatically yield unitary re-
sults, and a comparison of ol and ¢ can provide

a measure of the accuracy of T.
B. Characteristic Variables and Expansion of T Matrix

The approximate nonperturbative method we are
developing is based on the idea of expanding the
relevant matrices in functions that follow the main
variable dependencies of these matrices. & To see
more clearly the ideas involved, consider elastic
scattering from a three-dimensional spherically
symmetr1c potent1al In this case,® the V matrix
elements (k' lVlk) depend upon &’- ' # and not,
for example, on K’ and Kk separately or in other
forms such as kK’ +K. It is clear then that an ex-
pansion of V in functions dependent upon (k /- k)?
‘can most readily follow the main variable depen-
dence of V. It would in general be considerably
more difficult to represent the V matrix by using an
expansion in a sum of products of functions® depend-
ing separately on k’ and k, suchas

&'|\VIEY=Z £,(")g, ). (6)

It has been shown!®~*2 that in the high-energy
limit the major variable dependence of T is also
on (E— k'p. Thus, one major variable dependence
of T in three-dimensional elastic scattering should
be on the difference variable

K=& -k, (")

However, it is clear that away from the high-energy
limit, x? cannot be the sole variable dependence of
T. The sum variable s?= &k +k P [§=&+k")] is
conjugate to xa, and each will dominant in a separate
hemisphere corresponding to the forward and back-
ward directions, on shell, A third variable is re-
quired for a complete description of T off shell,

and a natural choice in light of the above discussion
is the dot-product variable k*5. We expect, how-
ever, that the on-shell range of T is most impor-
tant physically and, since k+3=0 on shell, this
variable is likely to be less important than «® and
s?. In summary, the “characteristic variable”
choices are

v¥=(K'-KPAZ, (8)
u?= (E+-E')2A§ , (9)
W=7, (10)

where the factor A4; in Eqs. (8) and (9) is the charac-
teristic length in the problem (such as the range of
the potential).

The choice of variables such as v? and u® to de-
scribe the main variable dependence of the T ma-
trix has been noted several times in the litera-
ture’!** and they have been widely used in disper-
sion theory to extract information on the behavior
of the T matrix,” The MS approach is based on a
direct use of these variables. Also, we note that
our choice of variables (and the expansion functions
to be discussed) is not based upon a unitary trans-
formation on 7. The efforts made to choose char-
acteristic variables are physically motivated and
are analogous to looking for the normal coordinates
of the problem which, unfortunately, remain un-
known,

C. Scattering Potential: MS Fit

In this paper we examine potentials of the general
form?!s

Vir)=-V, fowdxA(x)e""z. (11)

Many of the standard potentials; such as the Gaus-
sian, Yukawa, and exponential, are of this form, ¢
A primary reason for using the form in Eq. (11) is
that we have been able to carry out the integrals
over the intermediate states in the LS equation (1)
analytically, With Eq. (11), the V matrix becomes
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FIG. 1. Schematic diagram illustrating the shape of
the V matrix. The diagonal elements (2 =k’) dominate
and the elements decay in magnitude as (¢ —%’) increases.
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In the numerical computations to be presented, we
have given particular attention to the Yukawa po-
tential

V)= (- Vody/r)e™ 4o , (13)

since it has been widely studied in the litera-
ture. ™20 For this potential the function A(x) is

A)=[1/(m)2 ] et /445x (14)
Equation (12) yields the well-known result

> Dot _=- VoAg 1

® VD === 1 - (15)

In general the integral in Eq. (12) would be per-
formed numerically,
3 N
@' VB = T80 3 g, (16)
1=1
using Gauss- Laguerre weights and abscissa. %!
Equation (16) can be viewed as a MS fit to the po-
tential matrix, It exhibits the general characteris-
tic that it decays away for sufficiently large v.
This is illustrated in Fig. 1, where scalar % and
k' are used for simplicity.

III. CHOICES OF BASIS-SET EXPANSION FUNCTIONS

Two general expansions of T have been investi-
gated, one based on expansions in Hermite poly-
nomials and another based upon expansions in trig-
onometric functions. The choice of expansion func-
tions in the MS method is based on several guiding
principles. First, the T matrix is expected, as
with the V matrix, to depend upon the variables
we have already discussed and in a manner anal-

ogous to that illustrated for Vin Fig. 1. Second,
the functions must be linearly independent and
hopefully complete. A third guiding idea is to
choose functions with which analytical evaluations
can be carried as far as possible, For example,
Gaussian functions, such as ™", e’“"‘a, etc. ,
have the appropriate functional behavior and allow
one to proceed in terms of analytical evaluations
of integrals in the LS equation. However, expan-
sion in Gaussian functions can lead to serious nu-
merical difficulties because such functions are
only weakly linear independent.®

The first general expansion used is an expansion
of T in Hermite polynomials in % and uz, multiplied
by Gaussian weight factors. These functions will
retain the basic MS approximation to T while
adding to the numerical stability of the problem.
Furthermore, as we will show, the integrals in the
LS equation can be worked analytically,

We have expanded using only #? and 22 for reasons
previously discussed, namely, that the on-shell
range of T is the most important for the solution of
the LS equation in many scattering problems, 1°:!!
This approach therefore amounts to an effort to
synthesize T from functions of v* and u? by finding
appropriate expansion coefficients. The expansion
itself, labeled H-1, is

N, Nu . s
&’ 7|E) =~ ( i X))+ 2 y;‘b{(u))(———-z—-VOA“) ,
i=0 i=1 2m
(17)
where
Ny 2
$;w)= 27 e, i=0
1=1
:e-yvszi(vz), i1 (18)
)= e Hy,,02), i21 (19)

and H,(x) are the Hermite polynomials.?* This
structure requires some further explanation. The
leading term in v, yy(v), is the potential matrix in
Eq. (16) except for numerical constants. The ex-
pansion involves even-order Hermite polynomials
in »? and odd-order Hermites in #?. Since both
variables range only over [0, «], both expressions
are separately complete, ?® The reason for this
choice is to ensure linear independence on shell
because on shell, v and #? are not independent but

-are related by

v®+u®=4A% (on shell), (20)

where A*=k2A%. The Gaussian terms e™"* and

e™® are included to guarantee convergence of all
integrals in the problem and to provide an over-all
matrix shape,

Another expansion that is really a subset of
choice H-1 is an expansion in Hermites dependent
solely on ¢%, This set is
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iRy ~( % eatio) ) (- V°A‘3’) (21)
- )¢ 2 )
where, now, §;(v) is defined by
);)= ‘NZ:)a,e"’z'l , i=0
e H,(?), i21. (22)

Since only ©? enters as a variable, all the Hermites
in ¢% can be used. This choice, labeled H-2, al-
lows us to examine the behavior of the results on
the variable dependence.

At this point, a disclaimer is in order regarding
the completeness of the expansion functions in the
space of T. While it is true that the functions in
(18) and (19) are separately complete on [0, <],
these expansions do not span the complete (?, 2%,
w) space of T. We Argue simply that the functions
span 2° and #? individually and, based on the pre-
vious discussion, they are expected to span that
part of the space of T most important for the physics
of the problem., Certainly, they span the on-shell
range and to the extent that this range is most im-
portant, our expansion will give adequate results.
The reasonableness of the numerical results bears
out this point,

The second general basis set examined is an ex-
pansion of T in sines and cosines complete over a
multiple of the on-shell range. Unlike the Hermites,
which are complete on the semi-infinite interval
[0, =] (and therefore can perhaps better represent
T off shell), the sine-cosine expansion set will be
complete in %% and v only over a finite interval,
Again, the motivation for examining this choice is
the many indications that the on-shell range is
physically most important. (Certainly, to the ex-
tent that classical mechanics is correct, this is
true.) Thus, the expansion in sines and cosines,
labeled SC-1, is of the same form as Eq. (17) but
with ¢,;(v) and ¢, () now defined as

¥
¥,)= Zﬁa,e"’a", i=0
1=1

—e? cos(w?), i21 (23)
¢ )= sin(wu?), i1, (24)
As before, ¥,(v) is given by Eq. (16). The fre-
quencies w; are defined by
wy= @/ Mowo , (25)
wo=T/2A%, (26)

where [0, 4A4%] is the on-shell range of #* and %,
separately. Choosing different values of M, implies
using a fundamental frequency related to a multiple
of the on-shell range. We have found M,=2 to give
satisfactory results, The expansion functions re-
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main, as with the Hermites, linearly independent
on shell. An additional advantage to using sines
and cosines is that they lead to relatively simple
expressions for the intermediate-state integral in
the VG§T term of the LS equation (1) (see Appendix
B).

IV. APPROXIMATE NONPERTURBATIVE SOLUTION OF
LS EQUATION

In this section, we sketch the derivation of the
equations to be solved for the expansion coefficients
in the basis-set expansions of 7. Some of the ex-
pressions are referred to in Appendixes A and B.

A. Galerkin Method and Hermite-Polynomial-Expansion Set

The Galerkin method®*'?® has been used to obtain
a set of algebraic equations to solve for the complex
expansion coefficients x; and y; in Eq. (17). Since
Eq. (17) gives an approximation to 7, when it is
substituted into Eq. (1), the difference between the
left- and right-hand sides defines a residual func-
tion,

N N,
Ru, v)=Zg/ x,z/),(v)+2 9,0,0)- @)

=0 i=1

- CJ’ dsQ"[‘Po(”z)(%? %39, (0,) + g) yi¢t(“1))/

(A% - Q"a+ie)] 27)

where ¢ =- (V,/E) (4%/27%), Q"' =K'’ A,, and the
variables v, u,, and v, are

i=(k"-KpPA2, (28)
ul=&" +K)2 A2, (29)
vi=(k'-k")243. (30)

The N (= N,+ N,+1) simultaneous linear equations
for x; and y; are

[ d*ud*v R, v) A, v)=0, (31)
where
ou?
A% =P a1 20)e™
2
= hnpp)e™™; (32)

+ implies n=1,3, ..., 2N,+1, - implies n=2,
4,..., 2N,, and the exponential functions are in-
cluded as convergence factors for the integrals.
Explicitly, the equations for x; and y, are

N, Ny
%0 9, Wiln, 0)+ 2 x, Wi, §)- Wiin, 0)
i=1 $=0

Na

Nu Nv
-—cX a,(E y Wi, i3 D)+ 22 x,Win, i; l))=0,
1=1 i=1 1=0
(33)
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with the functions W7, defined by
Win, i)= [dud® AL, v)o,0), (34)
Wi, i)= [dPud® Aiu, v)9,0), (35)

7 A:(u, v)e-vgthbi(uﬂ
AZ_ Q"2+i€ ’

Win, i, n:j d*ud®v d*Q

(36)
2
Wiln, i; Z)Jdaud%d%”ﬁ”’ ve 1 by wy)
4\7ty ©y AZ—Q”‘Fii (37)

All these functions have been evaluated analytically
and the derivation and final expressions are given
in Appendix A. We now define a matrix

S5={S,} (38)
with matrix elements
wiln, 2j), j even; n even
Win, 3(j-1)), jodd; neven
Sn! = L. A (39)
wiln, 37), j even; n odd
Win, 4(j-1)), jodd; # odd
‘and a matrix

C= {an } ’ (40)

with matrix elements

Wi, 35; 1), j even; n even
N, Wiln, 3(j-1);1), jodd; #even
Crs=c ,§ @ ‘Win, 33; 1), j even; n od(:l)
Wi, 3G -1);1), jodd; = odd.
Defining a solution vector of length N as
Xo
V1
b=| *1 (42)
Y2
and the vector a as
1
0
a= 0 (43)

the matrix equation to be solved for b is
($-C)b=Sa, (44)

where § and C are (N, +N,+1)x(N,+N,+1) complex
matrices.

|3

B. Collocation Method and Sine-Cosine Basis Set

The collocation method®* has been used to obtain
the expansion coefficients in the sine-cosine basis
set. The equations for these coefficients are ob-
tained by considering the residual function R(x, v),
as defined by Eq. (27), using Eqs. (23) and (24) as
the definitions of ¥;(v) and ¢,), respectively.

To employ collocation, one must set the residual
equal to zero at N, + N, +1=N collocation points to
obtain the required number of equations. Since the
on-shell range is most important, the collocation
points will be chosen within this range. Further-
more, since u2=44% -1 on shell, one in practice
chooses N collocation values of 2. In addition,
the values of the collocation points on shell are
chosen to be the zeros of the shifted Chebychev
polynomials26 of order N. The reason for this
choice is that T}(x), the shifted Chebychev poly-
nomial on [0, 1] of order N, has equal magnitude
extrema.?” If T,";(x) is considered the error curve
resulting from an attempt to obtain a best fit to
x" on [0, 1] using a polynomial of order N-1, then
this error curve wiil exhibit “equal ripples” 27 (it
is a “normal” error curve). We would like to
choose the collocation points vf such that the resi-
dual function R(v?) on shell has equal magnitude
extreme deviations from zero and that these devia-
tions are as small as possible. Of course, when
R(v?) is computed, it may not have the “equal-rip-
ple” property, but the choice of collocation points
as zeros of the shifted Chebychev polynomial never-
theless represents a most reasonable first guess.?’
Therefore, the collocation points are

251
2 422
v5=4Q cos( N 1r>. 45)

It is interesting to note that for N=1 the value
of v? corresponds to 6=%7 (6 is the center-of-mass
scattering angle). One can readily show that in
this case x; is

xo=f1Gm)/ [ fiGm) - folzm)], (48)

where f,(8) denotes the nth term in the Born expan-
sion for the scattering amplitude, Thus, the scat-
tering amplitude itself becomes

0= f,Gmf6)/ [ GG T = L], 47)

which closely resembles the value for f(8) found
using the Schwinger variational principle® with
plane-wave trial functions, namely,

Fsen(8)= £1(88/ [ f1(6) - f2(8)]. (48)

Thus, even at lowest order, the results via colloca-
tion should be reasonable.

The linear equations that must be solved for x;
and y, using collocation points v? are
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N,

N')
R(‘I)?)=O= 120 2 (vy)+ 12'? y,d);(v,)- Yolvy)
Nv - Nu -~
- c(xoTa(v§)+ Zl) x,C,(v,)+iZB y,S‘(v,)) ,
i= =
j=1,2,..., N (49)
where T,(v), C,(v), and 3,(v) are defined by

Ng ¥g “t, 08 =t e 0
e 2e 1
To(v)= Z; E a;0;. dsQ"—'*‘—‘—'———', 50
2( ) 11 1 1 ls 42 QIIZ i ’ ( )

N,y -t,08 ,=vv3 2
=\ 3 e 12 e Icos(w,v})
C;(U)-Eatde AZ—Q"Z+1:€ , (81)

- Y 0§ oo g4 2

Siw)= 2 a,deQ" i Q,S}z“f‘;’;“" . (52)
The variables v%, v%, and #% are, as before, de-
fined by Eqs. (28)-(30), respectively. The inte-
grals in these functions have been evaluated ana-
lytically and the final expressions for T,(), C,(),
and §,(v) are given in Appendix B.

To obtain the equations in the matrix form, it is

convenient to define the functions

Fr=to(v,) = cTy(0,), (53)
G,=e™ cos(w;2%) - ¢Cy(v,), (54)
H“=— [eav§-4a02 Sin(w‘v§)+csi (vj)], (55)

so that Eq. (49) becomes
N, Ny,
xOFJO"'iZ?xiGU'*' 121; yiHyy=v(vy),
ji=1,2,..., N. (56)
Defining the matrices

Fl[) Gn Glg LY Gle Hu le e HlNu
FZU GZI GZZ o

I}
n

.

Fyo Gy1 Gz v s s G””p Hyy Hyp oo Hyy,

(57)
%o
Xy
b= xNv 9 (58)
Y1
Y,

and
. Yolvy)
Yo(v2)
s= . (59)
Polwy)
implies Eqs. (56) become
Db=s (60)

to be solved for the solution vector b.

For both matrix equations, (44) for the Hermite
case and (60) for the sine-cosine expansion set,
the conjugate gradient method?® was used to obtain
a solution vector and the largest matrix set con-
sidered was a 25X25 complex D matrix,

V. NUMERICAL RESULTS

The numerical calculations were performed using
a five-term fit to the potential matrix representing
a Yukawa potential in Eq. (16). Exact numerical
results with the parameters Vy=- 53 MeV and A,
=1, 35 fm for neutron-proton scattering are avail-
able in the literature.!"™2° However, these param-
eters can be scaled to atomic units and the results
are therefore presented in reduced units, namely,
the scattering amplitude f(8) in units of A4,, the dif-
ferential cross section do/d§ in units of A%, and
the total cross section oy in units of 744, The ap-
proximate nonperturbative T matrices obtained by
solving Eqs. (44) or (60) were used to generate
f(8), do(8)/dQ, and o, as a function of the number
of terms retained in the basis set, To obtain
smooth results as a function of the number of terms
retained, the solution vectors, at a given order N,
were averaged as follows: The jth coefficient,
e.g., i, in an expansion of order N(j <N) is
linearly averaged with all values of x{*’ obtained
previously in expansions of order M <N, Thus,
x5 is defined as

xj":(xf,”+x}2’+"°+xf,"))/N. (61)

"Of course, for j >M the expansion coefficient is

identically zero, The simplest example is N=2
for which

xP =3 () x?) (62)
%37 =3 (e§V +x$P), (63)

where x{!’ =0, The T matrix converges to the same
result with averaged and unaveraged expansion
coefficients, but the trends are more readily dis-
covered using the averaging procedure,

Figures 2 and 3 illustrate typical results for the
differential cross section using the SC-1 expansion
in sines and cosines and illustrate that the basic
properties of the differential cross section are re-
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produced, These results were obtained using «
and y equal to zero. Similar results were found

or less of the exact results indicating approximate
unitarity is preserved. The wide variations in the
low-N results are most likely due to the solution

for a=y=0.01, but for larger values of o and ¥y,
such as 0.1 or larger, the results were less ac-
curate, This sensitivity is most likely related to
the fact that for large values of @ and y, the linear
independence of the expansion functions, in par-
ticular over the on-shell range, is masked by the
strongly decaying Gaussians. The phase informa-
tion obtained is illustrated in Fig. 4, where the
real and imaginary parts of the scattering amplitude
at =0 are shown along with the exact value,?® Of
course, there is no phase information of f(6) in the
Born approximation. This phase information leads
to an optical theorem value of ¢9, which is com-
pared with o**, obtained by integration of do/dg,
The results both converge to within 10%

scheme since only N collocation points are required
to obtain the expansion coefficients, yet with only

a few collocation points one can expect wide varia-
tions in the residual function from zero. The
values of oi™ and o do not converge to each other
or to the exact answer because the expansion func-
tions themselves are not complete in the space of
T. That the results are physically reasonable sup-
ports the choice of 4% and v* and the neglect of the
-V variable, which is zero on shell.

Typical results for the differential cross sections
obtained using the Hermite expansion H-1 for T are
shown in Figs. 6 and 7. Again, the basic physical
features of the cross section are adequately repro-

in Fig. 5.
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T FIG. 3. Differential cross section
using SC-1 basis-set expansion for T;
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FIG. 4. Real and imaginary parts of the scattering
amplitude f(8) obtained using the SC-1 expansion set in the
forward direction when A=0.663. The first Born ap-
proximation gives fi,(6) =0,

duced in both the forward and backward hemispheres
and, as well, phase information on f(8) is ob-
tained,?® as shown in Fig. 8. The results were ob-
tained using a=y=0.01, As discussed above,
values of @ and y greater than 0.1 led to poorer
results because the linear independence of the ex-
pansion functions, in particular over the on-shell
range, becomes masked by the strong damping of
the Gaussian. On the other hand, a and y cannot
be zero because finite values are required to obtain
convergent integrals using the Galerkin method, A
typical convergence plot for the expansion set H-1
is shown in Fig. 9, and the smoothness, in contrast
to Fig. 5 for the SC-1 expansion, is due to the use
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NﬂO
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FIG. 5. G‘,‘-" and o, obtained using the SC~1 expansion
set, vs 1/N, where N is the number of terms retained in
the basis set.

of the Galerkin method, which sets a weighted in-
tegral of the residual equal to zero. Therefore,
comparable accuracy can be obtained using fewer
terms in the expansion H-1 as compared to SC-1.
As before, however, the values of o and ¢% do
not converge to each other but both are close to the
exact result, This again results from the incom-
pleteness of the expansion set in the space of T,
but the adequacy of the results indicates the expan-
sion set spans the most important part of T space.
This is more clearly seen by comparison with ex-
pansion set H-2 [Eq. (21)] which is an expansion in
functions that depend only on v%. The results for
do/dQ are shown in Fig. 7 together with the results

FIG. 6. Differential cross section
using the Hermite polynomial basis set
H-1; A=1.41.
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using expansion set H-1 (with v? and »® variables).
It is clear both in Fig, 7 and in the convergence
plot Fig. 10 that the use of #? variables is quite
important and its absence leads to converged re-
sults that are not as good as those obtained using
v® and u®. Also, the variables #? and v® seem
adequate to reproduce the essential physics even
in energy ranges far from the Born limit, such as
A=0,663 and 1,41, and they are clearly superior
to the use of v® alone, The use of the G+ V variable
would probably improve results even more, but
this effort does not seem warranted within the con-
text of what we are looking for.

It is also interesting that the number of terms in
the basis sets required to achieve similar accura-
cies in oy remained essentially independent of en-
ergy over the energy range studied. This is in
contrast to solution methods, such as partial

~ H-1
o —-— sC-I
> s ——=—  EXACT
5 A=1.8]
- .
L
= -
2 2
.
—
o
[¢] 1 1 |
[0} | 2 3
f, (UNITS OF VAO)
FIG. 8. Real and imaginary part of £(9), the 6=0,

obtained using the H~1 and SC-1 expansion sets; A=1,81,
The Born approximation gives fy,(6) =0.
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140

[BS]

FIG. 7. Differential cross sections
obtained using the H-1 and H-2 basis-
set expansions of T; A=1,.81. The H-
2 basis set uses only the v? variable.

160 180

waves,° which require an ever-increasing number
of terms as the energy increases. The expansion
sets SC-1 and H-1 have also been able to reproduce
reasonably well the variation of o, with energy.
This is shown in Table I, where oy is given as a
function of A (=%A4,) and V,/E.

VI. CONCLUSIONS

The results presented indicate that reasonable
approximate results can be achieved on three-
dimensional scattering problems when a suitable
choice of “characteristic variables ” is made and a
nonperturbative basis-set expansion that fits the
shape of the T matrix is chosen. The results are
sensitive to the choice of variables, as indicated
by the results using only 2% variables rather than
both 22 and #®. The results have provided some
insight into the method for choosing such variables;
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FIG. 9. o#* and ¢ from the H-1 expansion set.
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FIG. 10. o3 and o from the H-2 expansion set vs
1/N, where N is the number of terms in the expansion,

in particular, the characteristic variables of the

V matrix seem to remain important variables for
T. Also, variables dominant near the on-shell
range are especially important, This is illustrated
by our ability to achieve reasonable results using
only 2% and %2 variables (neglecting w =u+7V) and by
the effort to synthesize T from expansions that did
not involve products of functions of v% and functions
of #®. Certainly, the results can be improved by
including the w variable and including product func-
tions, but our results indicate the improvement
will not exceed 10% or so. Further, we clearly
have not expanded in basis sets that are complete
in the space of 7', but again the adequacy of the re-
sults indicates one can, by choosing appropriate
variables, apparently span the most important part
of that space., We have also noted that the number
of terms required in the basis set after which one
can safely extrapolate to the converged result
seems relatively insensitive to the energy. This
reflects the nonperturbative nature of the approach.
All this information, together with the knowledge
gained in the previous paper, 8 will be important
when, as is now being done, the approach is ex-
tended to three-dimensional problems with in-
elasticity and many open channels,

As a final point, we should like to place these
results in a different perspective than the one used
heretofore, In the current context, this paper is
aimed at examining whether adequate approxima-
tions to the T matrix could be obtained in a three-
dimensional problem by fitting the shape of T. The
expansion coefficients for T were found by some
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varient of the weighted-residuals method and the
physical information, namely, cross sections,
were directly derived. However, it is also possi-
ble to consider the MS approach as a scheme for
generating approximate nonperturbative T matrices
which can be used as trial functions in a stationary
principle for T to derive even more adequate values
for the transition matrix, This is in contrast to
the more standard variational approaches29 which
generally involve the evaluation of trial wave func-
tions for use in stationary expressions for 7. The
Schwinger principle is an example of this ap-
proach.” In fact, two such stationary expressions
for T in the form we require are available, 3’ We
are currently extending the variational approach to
couple it with the MS method for both elastic and
inelastic problems so that the entire method can
be placed on a firmer mathematical foundation. To
this date, we have investigated elastic scattering
using the variational approach and the results are
very promising, 31+32

Note added in manuscyipt, The authors recently
received a preprint entitled “Scattering Amplitude
Calculated with Continuous Space-filling Curves,”
by C. M. Rosenthal and D. J. Kouri, which is
closely related to the material in this paper.

APPENDIX A

The functions Wj (i=1, 2, 3, and 4) are required
in order to solve for the expansion coefficients in
the Hermite polynomial basis-set expansion of T.
The elements S,; of Eq. (39) are defined in terms
of the functions W3(x, 5j) and Wi(n, 3(j-1))
which, in turn, can all be expressed in terms of a
function X, ,(B), defined as

X,o(B)= [ 4myPdy e B,y (57 Hyy(5°), (A1)

where a and b are int¢oers, Using the recursion
relation for Hermite 1 lynomials,® one can show
that the X functions satisfy the recursion formula

Xa,b(B)=Xa-1,b+1(ﬁ)" 2(0— Z)Xa-z,b(ﬁ)
+2(0-1)X,.,,4(B). (A2)
Further, X, , is symmetric, i.e.,

Xa,b(ﬁ)sz,u(B)- (A3)

Using (Al) and (A2), it is possible to evaluate all
the X functions if one knows X; ,(B) for all b.

TABLE I. Total cross section—variation with energy.

[

ot ot first Born
A  V,/E expansion SC-1 expansion H-1  approx. op(exact)
0.663 5.38 9.40 9.25 8.12 10.09
1.406 1,19 2.79 2,55 2.51 2,639
1.816 0.716 1.80 1.45 1.58 1.628
3.0 0,262 0.562

0.635 0.601 0,59
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The functions X ,(B) can be evaluated by first
making the variable change x = Byz, so that Eq. (A1)
becomes, for X; ,(8),

X1,(8)=@n/8"2) [“x'Pdx e™Hy.,(x/ B).
Carrying out the integral gives
X1,,(B)

bu/z%mn (b= 1)ITG + b — 2m)g2m-0-5/2(_ 1y
(m=-1)I(B+1-2m)122m2

(A4)

:71'2 ’

m=1
(A5)
where [z] stands for “greatest integer less than or
equal to z,” and T' is the gamma function.? In
terms of the X function, the W3 functions for i=1
and 2 become

Na
Wiln, %]’)=l§ a; Xy, a1y 12(E1) Xy, 52 Ra), (A6)
W;(”, %j-)=X1,1(1)Xn/2,j/2(2a), (A7)

64 ,n.5f1/2

Wiln, 3(j-1))

Na Nﬂ
=Xy,0(@) 20 20 a8y Xnasy o, gy ol +110),  (AB)

1=1 101
Na
Wiln, z(j-1))= 121; X e, (@)Xy, gy 2(L+2;). (A9)

The matrix elements C,;, defined in terms of
functions W,(n, 37; 1) and Wir, 3(j-1); 1), can
also be evaluated analytically but the derivation is
extremely tedious and we spare the reader the de-
tails. In short, the functions W3 and W} can be
expressed in terms of a function F;,(¢, I; A), where
A=PEkA,; as before, and ¢ will be defined. The in-
tegrations were performed by interchanging orders
of integration, performing the d% d®v integrals
first, and then carrying out the integral over d°Q'’.
The final expression for the function F,,(Z, I; A) is

Fulg, 1; A)= (@fd+gh)dfc-n?) 7% Vi

i
x 4f
x;ﬁv=0 S;h'<4fc—hz ’

z‘) @ s 1)l 5

8471
A AC1N(C1)1(s, 15— 2) ]
2 @I (s, = )I(G - 1)1

X

- 5a1/41, B)7l (

m et emel=r

@f+hPaf \" & (= 1)[26m= )]l [ @f+2)dfc - 1)\
4fc—n? ) 2 ( )

(m - )] (2fd+gh)2f+h)

=0

((4f+g) (4fc~ 1)+ (2f+h)(2fd+gh) ) ™

Q@7+ n)af@fc -n)?

(= D)2 (g1 4)) 101

B (mterss 12+ gR) 2 +h)/ [(4F +£)(afc - 1?) + (2f + B)2fd + gh)]}* . —,
X 2 e e @i 1= p) 1 + 1= P(prine s,= 7= )] OR3P =T =7 =35,)
X H2m' +1-p)H(2m ~2r +25,+p +1), (A10)
where
nl 21 (1) @n-4t+1)1(3a)" 2 Hn-m~2¢)
Snla, n)=2(2m+1)l :&0 tl(n—2t)l(n—n'2l—2t)l : (A11)

H stands for the Heaviside function and w(z) is a
standard function?! related to the error function
and defined, for complex z, by

w(z):ij Ejidt:e"zerfc(—iz) Im(z)>0

T) 2=t ’ g
) (A12)
In terms of F;,(g, I; @), the functions W3 and W

become

Na
Wiln, 35 D= 20 ayFounrenles, i A),  (AL3)
W3ln, 35; D)=Fup,2(ty, 1; A), (A14)

Wiln, 2(j-1); 1)

Ng i,,‘
= 2 al"al"'F(ml)/z,(j-l)/z(gh l; A), (Al5)

13%=1 14"=1

Ng

W;(n, %(.7’_ 1); l):’E al"Fn/Z.(l-l)/Z(gh l'v A) ’

LS
(A16)
where the arguments ¢, and ¢, are defined as

_ ~1_ 2 (2fd+gh)z) _
§,,,-o,,,—4f<g +—W , m=1,4, (A17)

The factors ¢, d, f, g, and & are given in Table
II for each function. The constants ¢, to o5 in the

table are
o =t+a, (A18a)
o=1(5a+1), (A18Db)
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s & .
TABLE II. Arguments in Wj. I s)- 2‘1’7727'3’ JRE 2/a(res)
’ Isq ' +rql
c d f g h
w3 21;0‘1+V -0y [oF) —03 —%0'3 b é r+s V2 ls&'iw}l
w3 ) -0y kog+y -0y —ioy 2\ s *2lrs(r+s)]?
wi Yo, +y o5 to,+ =0y 305
w3 toy+a -0y foy+y o5 305 _w[é Y+S 1/2_ Isq +7q| ] (B2)
2\ »s 2[rstr+s)2|f *
where w(z) is defined by (A12) and where, for »
S (A18c) and s com%:x, we define |sq t7q = (s?q '2+rzq
+2rsq "4 )%, Interms of I*(», s), the three func-
Os=ty+ by, (A18d) tions of interest are
O'*':t —tl'- (A18e) 1
sThTh To(v)= i aa,.I* <4t v ) (B3)
Using (A10) together with (A17), (A18), and Table 1 1 1= 1

II, the functions Wi and W% are evaluated.
’ 3 4
APPENDIX B

When sine-cosine expansion set and collocation
are used, the functions T,(@;), C,(v,), and S, (v,),
with v; on shell, must be evaluated. Each function
can be expressed in terms of a function I*(», s) of
two complex variables ( and s), defined by the
integral

I ) s » o L@ =T10/471 ,m1 (311137481
7, S)=\1d -
’ q - q"2+ze ’

(B1)

where §=kA, and A= 1g|. Such integrals have been
considered previously' for real arguments » and s,
The evaluation for complex » and s can be carried
through in a similar way to yield, for Re(1/7+1/s)
>0,

-2 % [rG mra)
“(gnamimn)] -
s 29[ )

- a9

where, on shell, |4l =1q"], v¥=2A4%(1 ~ cos6), and
u® =2 A%(1 + cos 9) for 6 the scattering angle in the
center-of-mass system.

*One of the authors (H.R.) would like to acknowledge
the donors of the Petroleum Research Fund, administered
by the American Chemical Society, for partial support of
this research.
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