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Scattering of Electrons by Atomic Systems with Configurations 2p¢ and 3¢
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The theory is developed describing transitions induced by electron impact between all the ground-state
terms of atoms and ions with configurations (2p)¢ and (3p)2. Full account is taken of exchange, and the
computed cross sections satisfy exactly the required unitarity bounds. A description is then given of the
method used for the solution of the resultant coupled integrodifferential equations.

1. INTRODUCTION

HE interpretation of astronomical observations is
helped considerably by a knowledge of the atomic
processes which can take place in the constituent ele-
ments of astronomical objects. In particular, by study-
ing the observed spectrum one gets some idea of their
chemical composition, density, and temperature. Many
spectral lines observed in gaseous nebulae, in auroras,
and in the night airglow are due to transitions, among
the terms of atomic systems, which involve no change
in the electron configuration of the system. Because of
the conservation of parity, these transitions are for-
bidden for electric-dipole radiation but are allowed for
electric-quadrupole and magnetic-dipole radiations. The
transition probabilities are of the order (1 to 107%)
sec™!, compared with 10® sec™ for permitted dipole
lines. The strongest lines in the spectra of most nebulae
are due to the 'D,-3P, and !D,-*P, magnetic dipole
transitions in Orrr, which has the configuration (1s)?
X (25)2(2p)? in both the initial and final states.! Indeed
there is considerable astrophysical interest in all the
forbidden lines arising from transitions between the
three spectral terms of configurations 2p? and 3p9,
¢=2,3,4 in a large number of atoms and ions. These
lines can be excited by electron impact. Consequently,
it is of interest to predict theoretically the excitation
cross sections for electrons incident on atomic systems
with configurations (15)2(2s5)?(2p)? and (15)%(2s)2(2p)8
X (3)*(3p)e.

There is additional astrophysical interest in these
transitions for at least two reasons. Firstly, they play
an important role in determining the electron density
distribution and the electron temperatures in the E and
F regions of the upper atmosphere. Secondly, it has

* Work performed while a resident research associate of the

National Academy of Sciences National Research Council.
1 M. J. Seaton, Rept. Progr. Phys. 23, 313 (1960).

been pointed out by Branscomb and Pagel,? that the
absorption of photons by atomic and molecular nega-
tive ions, especially C~ and possibly O~, may be of
considerable importance in understanding the physical
properties of stellar photospheres. In order to compute
the bound-free and free-free absorption coefficients it is
necessary to know the radial function describing the
motion of the electron, freed by photodetachment,
relative to the parent atom. This is precisely the
scattering radial function.

Early calculations of the electron-induced transitions
in these atoms were shown by Bates et al.,® to exceed
the conservation condition by a large factor. Seaton in
a series of papers* developed the theory of the con-
tinuum Hartree-Fock equations and applied it to a
variety of atoms and ions. However, owing to the
complexity both of the algebra and of the numerical
evaluation of the resulting equations only a few calcula-
tions of limited accuracy have been carried out. Re-
cently, the theory has been extended by Seaton and
applied by Shemming® to calculations of transitions in
Omr. Both the methods of distorted waves and exact
resonance were used in the solution of the resultant
coupled integrodifferential equations. Recently, also,
some exact solutions of a single second-order integro-
differential equation describing the elastic scattering on
the ground state of C have been reported by Myers-
cough and McDowell® and on O* by Dalgarno, Henry,
and Stewart.”

2 L. M. Branscomb and B. E. J. Pagel, Monthly Notices Roy.
Astron. Soc. 118, 258 (1958). 8 Y fees Roy
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Roy. Soc. (Lor}don) A218, 400 (1953); bid. A231, 37 (1955).
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In this paper the theory of scattering of electrons by
atomic systems with configurations 2p? and 3¢9, where
¢=0 to 6, is developed. Particular emphasis is given to
developing the formalism in a way which takes full
advantage of the power of high-speed digital computers
to aid in the algebraic analysis as well in solving the
resultant equations. It is found that, if a proper treat-
ment of exchange is adopted, then the post-prior dis-
crepancy which troubled early workers in this field does
not arise. Further, if only the terms in the ground state
configuration of the atom or ion are coupled then the
resultant integrodifferential equation can be easily
solved without further approximation using fast com-
puters. There is very little point in attempting to
simplify the equations to use approximate solutions thus
introducing further unnecessary errors and ambiguities.

It is convenient to discuss here in general terms the
expected accuracy and thus justification of our ap-
proach for these transitions. It is by now well-known
that the close-coupling expansion can give results of
dubious accuracy for excitation. Thus, in calculating
the 1s-2s or 1s-2p excitation by electron impact in
atomic hydrogen the 1s-25s-2p close coupling approxi-
mation gives results much larger than experiment
(Burke and Smith?®). It is not sufficient to include just
a few further excited states in the expansion but the
whole series must be rearranged to obtain faster con-
vergence. However, for elastic scattering on the ground
1s state of hydrogen, the approximation obtained by
retaining only the 1s state in the expansion gives, when
exchange is included correctly, ten percent accuracy.
This is basically because the 1s state is well separated
in energy from neighboring states and is thus weakly
coupled. In atoms and ions with configurations (2p)?
and (3p)? the ground state terms are also well isolated
and weakly coupled to other levels. The transitions
amongst these terms, is thus more analogous to elastic
scattering in hydrogen than to excitation. Thus, pro-
vided all the direct and exchange interactions between
the terms are included correctly, as in this paper, then
the result can be expected to be of fairly high accuracy.

In Sec. (2), the form of the trial function to be sub-
stituted into a variational principle is discussed. The
use of the principle itself and the derivation of the
continuum (i.e., scattering) Hartree-Fock equations is
presented in Secs. (3) and (4). In the final section, (5),
we report in detail the numerical methods we have
developed to solve the coupled systems of integro-
differential equations.

2. THE TRIAL WAVE FUNCTION

It will be assumed throughout this paper that the
Hamiltonian is spin-independent; consequently, both
total spin and orbital quantum numbers, S and L re-
spectively, are conserved. In order to take advantage
of this fact we shall work in a representation which is

8 P. G. Burke and K. Smith, Rev. Mod. Phys. 34, 458 (1962).
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diagonal in both L and S. It is well known that only
approximate solutions can be given to the problems of
collision theory; Seaton* has shown that the only
consistent means of obtaining antisymmetric wave
functions in approximate solutions is to make the
expansion explicitly antisymmetric.

Consider the collision of an electron with an atomic
system with nuclear charge Z and having N electrons,

let the totally antisymmetric (N+41) electron wave
function be

|T;: X1XoX3- + - Xyp1)=¥(T;: X)),

where x; denotes the spatial and spin coordinates of the
ith electron and I';=+; k;l;L;S;LSM 1M g is the complete
set of quantum numbers required to specify the atomic
system in the state j. The atomic term is labeled L;S;,
the wave number and the orbital angular momentum
of the projectile are k; and /;, respectively. This (NV+1)
electron wave function can be expanded in terms of
basis functions which are completely antisymmetric
under interchange of the coordinates of a pair of target
electrons

N+1
‘I‘j; X XN+1>= Z (_1)N+1—i(N+1)—1/2
i=1
X2 |Ti: X~ r; 0)Fii(r)rit, (1)
Ty

where X~* denotes all the coordinates of the (N-+1)
electrons except those of the ith, and F;;(r) is the func-
tion which describes the radial motion of the impinging
electron in the channel I'; when the system was initially
in the state I';, The summation over T; in (1) is re-
stricted in practice to go over the terms belonging to
the ground state configuration of the target. It will be
shown below that the functions F,;(r) satisfy coupled
systems of second-order ordinary integrodifferential
equations with the boundary conditions

F'i; (r) ~ plitl
r—0

Fij(r) ~ k12(5;; sinf;+ Ryj cosd;), k2>0 (2a)

~ gl kil il InZkir, k2<0,
where
Oi=kor—Ilm/2—n; In2kr+oy, 3)
ni=—(Z—N)/k;
and

oy=argl(Li+1+1n,).

The radial functions F;;(r) are continuum Hartree-
Fock orbitals; from the properties of the surface
harmonics F;;(r) will be automatically orthogonal to
atomic discrete orbitals with orbital quantum number
h#1;. For closed subshells, it follows from the anti-
symmetry of Eq. (1) with respect to the interchange of
any two of the electrons that there is no approximation



147

in choosing F,; orthogonal to P, even though /
might equal /;. This may be modified slightly if we
choose approximate Hartree-Fock (H-F) orbitals for
the target rather than exact H-F orbitals; however, in
any case the overlap can be expected to be very small.
For incomplete subshells, with /\=1; we can expect the
overlap integral (F;;,P)F0. To take this effect into
account, since it is equivalent to the virtual capture of
the impinging electron, we have imposed the condition
that F;; are orthogonal to all discrete orbitals and added
to Eq. (1) an arbitrary amount of a wave function, ¥,,
corresponding to a configuration with one additional
electron in the incomplete subshell. Thus, the trial wave
function for the (V+41)-electron system initially in the
state I'; will be

W, (T;; X)=|e(15)2(25)2(2p)¢:T;: X)
+C [ (15)2(25)2(2p)¢t1: LS: X]. (4)

Equation (4) can be interpreted as a statement of
configuration interaction where the first term represents
an atomic system with one electron in a continuum
orbital, while in the second term all electrons are in
discrete orbitals. The coefficients C7 are determined
from the variational principle given in the next section.
It is assumed that the orbitals P,i;(r) do not depend
upon the term (e.g., 3P, 1D, 'S for carbon) but only on
the configuration and Z. This assumption is vital to
our derivation and will be seen to greatly simplify the
analysis. The error incurred by this approximation can
be expected to be small.

3. VARIATIONAL PRINCIPLE

For the asymptotic normalization chosen in Eq. (2),
it can be shown (see Burke and Smith?®) that

8(L—®/2)=0 (5)

provides the basis for a variational principle, since the
quantity (L—®/2) is stationary with respect to
variations

OF i (r)~k 25 R;; cosb; (6)

and arbitrary 6C7, where
LjiE/q/t(Pj; X)*(HN+1—E)‘I/t(F,'; X)dX (7)

with the Hamiltonian of the full system being

N+1 1

N+1 VA
Hy=73, (—%Vz‘?—*>+ >

=1 rid S -1

©)

We willadopt atomic units withz=e=m=1 throughout.

Upon replacing the first term of Eq. (4) by the ex-
pression given in (1) and substituting the result for the
first ¥, in Eq. (7) we obtain

Lkl=/dX|:Z (1V+1)1/2‘I’)¢(Fi; X—(N+1),XN+1)+C"‘I)Q]*
Ty
X (Hyp1—E)Y,(Ty;;X), (9)
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having used the fact that Hyyy is symmetric and ¥,
is antisymmetric under the interchange of all the co-
ordinates of any pair of electrons. We have introduced
the notation

Vi (y; XoOH) xy11)

Fi (7N+1)
= |Ti; X-O+, Py ion41) .

TN+1

Now substitute the full form for ¥, in Eq. (9) and note
that the term ¢=N-1 is distinct from the other ¥V
terms to give

(10)

Lkl=_/dX[Z Wi (Ty; Xo VD xav41)
Ts

+CHN41)2¥ J*(Hyy1— E)
XA (T ; XD xy 1) — N, (T XV, xw) }
rj

+ (V41)2C,]. (11)

In order to carry out the reduction of the six terms
appearing in Eq. (11) we consider separately, the
direct term

Lig, 7= (Wi (4,Xn11), Hy— E)Vi(f,Xn11)), (12)
the exchange term
L 1= — N (Wi (i,Xn11), Hy1— E)V(5; xn)) - (13)
terms linear in the arbitrary constants C

Ly.C+ L
= (N+D)VLCYYo,(Hy11— E) 23 Vi(i,Xw41))

+CKWo,(Hyi1—E) 2 Wi, xn40))],  (14)
and finally terms quadratic in C
Lkzc2E Ckcl<‘1’o, (HN+1_E)‘I’0). (15)

To evaluate the matrix element given in Eq. (12),
the functions ¥ and ¥, are replaced by (10) with the
composite function of target and spin-angle parts of
the projectile wave function being expanded out using
Clebsch-Gordan coefficients and Hartree-Fock wave
functions for the target which are assumed to satisfy

/' . '/dxr - dxy¥ur(x1- - Xy ; LiS5)

X[HN—5ijEN(LiS,*)]\I/HF(X1' XN, Lij)=0. (16)

In other words, ¥z are so chosen that Hy is diagonal
in that representation, where the N electron Hamil-
tonian is defined in terms of the N 41 Hamiltonian by

N
Hypi=Hy+Hi(Xy41)+2 741,07t @an
a=1

where

Hi(Xy+1)=—3Vyii—
TN+1
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Using (10), (16), and (17) in (12) we obtain are in units of 27.2097 eV, and where

L“"ﬂD:f dry1F i (rng) Ve,(fN+1)=/\I’*(I‘.-:X‘<N+1),fN+1UN+1)
0

17 a LAY 2Z
Xl:——< + f kz2)6ij

2\dry41? rN41t TN+1

N
X2 rn1,a W (T X~V Py 1ony1)
a=1

4V, (rNﬂ)]Fn(rNﬂ) , (18) XdXy: - GXNaEN4107041.

This expression for V,;(r) has been shown by Bely,
where k?=2[ E—Ey(L;S:)] is in rydbergs if £ and Ey Tully, and Regemorter? to reduce to

Vii=8; X 2QU4+1)y0(PuvPar;r)+8s:s5,39[ (2L:A4-1) (2L:A4-1) (204 1) 2LA-1) ]2 Z\: (2n4-1)
#n'l’ =closed
subshells

X (1,00 A0) (1100| NO)W (iL;L;; IN) ¥ (— 1) E+EetLitLe
L,S

M2

X (qL:S: 1LoS2) (qL;S; 1LaS)W (1LAL;; LAA)YAN(PnpPrp;7), (19)

where 7 is the principal quantum number of the outermost incomplete p subshell, (a#00]|0) is a Clebsch-Gordan
coefficient, W (abcd; ¢f ) a Racah coefficient, both in the phase convention of Blatt, Biedenharn, and Rose! and
(gL:S:]L2S2) is the coefficient of fractional parentage.

In the evaluation of the exchange term, Eq. (13), we note that the matrix element (H ) will include and overlap
integral

/ AXN 1 F i (Xn41) Prp(Xn41) (20)

which, as discussed in Sec. (2), we are going to set equal to zero. The matrix element of the single-electron Hamil-
tonian, H;(Xn41), will contain a similar factor to (20). Consequently, (13) simply becomes

an.sz=—N/' : -/dxl- cdxXnp ¥ (6,Xn41) [ tvpa— 1y |7 (55 x), (21)

since those terms in 3, with aF V will all have overlap integrals like those of (20). Equation (21) was evaluated
using the methods of Hartree!! and Racah'? and we obtain

Lik,leE/di+lFikWiijl= —8i; 2 2 R(PwvFuFjPny)2U41)(20+1)
n’l’ =closed A
subshells

X (A00]2:0)2—3¢[ (21:4-1) L4 1) (2S:41) 21;4-1) (2L;4-1) (25,4 1) ]2
X Lz; (qL:S: IL2S2) (qL;iS; IL2S)W (S753S+; SS2)

L 1 I
X 3 (12,00|70) (A1)~ (100 A0) [1 N L
x .

L; I L
€
e
Ig}

? 0. Bely, J. Tully, and H. van Regemorter, Ann. Phys. (Paris) 8, 303 (1963).

10J. M. Blatt, L. C. Biedenharn, and M. E. Rose, Rev. Mod. Phys. 24, 249 (1952).

1D. R. Hartree, The Calculation of Atomic Structures (John Wiley & Sons, Inc., New York, 1957), p. 40.
12 G. Racah, Phys. Rev. 63, 367 (1943).

Rx(Poniijanp)a (22)

N

where R, are the Slater integrals, and

—
-~ O a

~ & O

is the Wigner 97 coefficient.
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In the evaluation of the terms linear in C, both the matrix elements of Hy and E contain overlap factors as in

(20) and the second term in (14) becomes

Luf=(V1RCHE / dxwo(X>[H1<x~+l>+

=C’°z /V;Fadf,

where

]‘I’ 106, XN 1)

TN+1,N

(23)

Vi) = (N+1>lﬂ[au1 (@ +1LSILS) {(—1 —+——§)Pnp(r>

2drr 2 r
+ Z

n'l’ =closed
subshells

X[3Q241)QL'+1)2Li+1)]2 ¥

AL2 8!

220+ 1)yo(Purs| P r)P,.,(r)l +3¢ Lzé 35 5:(g+1LSJL'S")

( 1) Lat+LA+L'+Lsg (qL’S’ ]}LzSz)

X (qL:S: 1LaS3) (2A41)=1(1100| X0) (1,00 | NOYW (1L/L:Ls; INYW (1L'1L:5 LAYy (PapPrp; r)P,,p(r)] . (4)

It is emphasized that the terms involving C will only appear if electrons are scattered from target systems with

incomplete outer p subshells.

Finally we come to the evaluation of Eq. (15), which does not contain the radial functions F. Consequently, the

matrix element will be simply a number

Lu®=C*C(En1—E) =C’=C‘l: Y (¢+ILSIL'SPEN(L'S)—E

L’S’

+/dr Pnp(’)<_"' f-l—;—?) np(f)+N(‘I’0|fN+1,N"ll‘I’o)], (25)

where the last matrix element is

Y 2QU41)Ro(PrrPuyPrrPap)+gds s
n'l’ =closed
subshells

L’S'L’’

2 (¢+1LS}IL'S")

X (¢+1LS]L"S") XZ (gL'S" }e8) (gL”S" }es)9L (2L'+1) (2L"+1) ]2
£8

X (1100|N0)2(2A+1)"'W (AL'AL" ; INYW (1L/1L""; ©A)Ry(Ppt; 7) (— 1) L+L "+ 2

Defining D;; by
17a* L;(L+1) 2Z
= ___(__ +—+ k.2)5;j+ VW, (27)
2\dr? r? r

where W,; is an integral operator given by (22), Eq.
(5) can be written as

[z / dr FaDyFutCH S / dr ViFy

%]
®
+Clz /df Vijk-f—C"Cl(EN_;_l—E)"“;]—_—O. (283.)
i

Since we intend to impose the orthogonality of the con-
tinuum function to all the discrete orbitals, then extra
terms

y.-/dr Pop()F;ij(r)dil, j=k,lforalli, (28b)

(26)

where u; are the Lagrange undetermined multipliers
must be added to Eq. (28a).

4. RADIAL EQUATIONS
Variation of (28) with respect to Fo, gives
Z 6anl)ijjl¢$kn+Z Ft'kDimBanahfi_Ckaaansln
i i

+ClV,,.&anakn'*'ﬂmpnp(’)6analyn16ku
F1mPnp(r)0F mndtn181n+t 30 Rmndmidmi=0.  (29)

Using Green’s theorem, the second term in (29) can be
rewritten and the result is

/df 5an(f){5kn[2: DiF 1+ CWont b1 1Py ()]

+5lnl:z DiF it C*Vont-umb1,1Pap(r) ]} =0.  (30)
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For arbitrary variations 6F, subject to Eq. (6), then
Y DyF (1) +CVt- 81 tmPap(r)=0  (31)
i

are the system of integrodifferential equations for the
radial functions F;;.
Variation of (28) with respect to C™ yields

5kmz /d?’ ViFil'*'Blmz /df V,'F,‘k

+8mC (Eny1— E)+Ctim(Ent1— E)=0,

which is satisfied by

(32)

Cl=— (Eyp,—E)! Z /dr Vi(r)Fu(r). (33)
Substituting Eq. (33) into (31) gives

1
Z Dm,-sz(r)—}-———Vm(r) Z /df, Vj(fl)sz(fl)

— BNt
+ 81 11mP np(r) =0.

These coupled integrodifferential equations are solved
by the methods described in the next section to yield
the radial functions F;;(r). The Lagrangian multiplier’s
pm are adjusted so that the integrals (28b) are zero.
The ® matrix can be simply determined from the
asymptotic form of the functions F;;(r) according to
Eq. (2a). From the explicit symmetry of the direct and
exchange potentials in (34) it follows that the ®
matrix is also symmetric and thus the resultant cross
section satisfies the required unitarity bounds. The
transition matrix 7 is then defined in the usual way by
the matrix relation

T=2®/(1—i®)

(34)

(35)

and the cross section for the transition L;S;— L;S;
follows immediately from an analysis similar to that
given by Lane and Thomas.® It is defined by

QL+1)(25+1)
LSx 2k2(2LiA1) (2S:41)

| T2 (36)

OLi8;,LiS; =

in wa¢® units, where L, S, = are the total angular mo-
mentum, total spin and parity of the system respectively
and where /; and /; are the orbital angular momenta of
theinitial and final scattered-electron states respectively.

In a typical case, for example the scattering of elec-
trons by atomic oxygen, conservation of L, S, and =
implies that (34) reduces to a set of either four of five
coupled integrodifferential equations for S=1% depend-
ing on whether L+ is odd or even, respectively.

3 A. M. Lane and R. G. Thomas, Rev. Mod. Phys. 30, 257
(1958).
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5. COMPUTER PROGRAM TO
SOLVE EQUATIONS

A FORTRAN program has been written to solve Egs.
(34) for an electron scattered by an atom or ion of
arbitrary charge and with the 2p or 3p shell partially
filled. The program uses subroutines for the Clebsch-
Gordan coefficient (ab00|c0), the Racah coefficient
W (abcd ; ef ), and the Wigner 97 coefficient

a b e
c d ¢,
fr s

and a table of relevant fractional parentage coefficients
(¢L1S1]L2S3). With this information the program carries
out the summations involved in the definitions of
Vii(r), Wi;, and V(r) and decides, for a particular
L, S, and = input values, how many equations in (34)
are coupled and what the explicit form of all the inter-
action terms are. It also decides automatically on the
basis of the particular atom or ion being considered
and the energy of the incident electron, what intervals
to use in the numerical integration of (34). The re-
maining information required by the code in order to
carry out the evaluation of the cross section defined by
(36) is the Hartree-Fock orbitals for the atom or ion.
It was found convenient, to read in the analytical
orbitals defined by Roothaan and coworkers®* since
they are now available for most of the atoms and ions
of interest.

The numerical solution of the resultant coupled Eqgs.
(34) will now be described. To enable the solution of
(34) to be obtained when some or all of the channels
are virtual it was necessary to adopt a method of in-
ward and outward integration with subsequent match-
ing to obtain a final continuous solution. This is the
method used by Smith and Burke.!® The integral terms
in (34) are treated non-iteratively following Marriott!®
in order that any narrow resonant effects may be
determined without convergence difficulties (see Burke
and McVicar?). Finally the asymptotic expansion
method of Burke and Schey'® was used to determine
the ® matrix from the functions F;. Equation (34) can
now be written

szi M Ng
—=2 A;(NF;(N)+ X axys(PiFr,r) Pi(r)
=1

art =1
+2CV{+5lilﬂanp(7’) ) (373)

where the suffix denoting the incident channel has been
dropped since we require all possible solutions of (37)

#C. C. J. Roothaan, Rev. Mod. Phys. 32, 179 (1960); E.
Clementi, IBM J. Res. Develop. 9, 2 (1965).

18 K. Smith and P. G. Burke, Phys. Rev. 123, 174 (1961).

16 R. Marriott, Proc. Phys. Soc. (London) 72, 121 (1958).

1" P. G. Burke and D. D. McVicar, Proc. Phys. Soc. (London)
86, 989 (1965).

18 P. G. Burke and H. M. Schey, Phys. Rev. 126, 163 (1962).
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consistent with the boundary conditions (2a). Further
the quantity C in (37) is just that given in (33).

According to Hartree,* the functions y\(PF;7)
satisfy the following second-order ordinary differential
equation

a? AT

P(r)F
—(ry)= ore
ar’

(V) — (A 1)—
72 r

(37b)

with the boundary conditions

ryn(r) ~r A

(2b)

i (r) :wr"‘ .

We solve the equation (37) subject to the boundary
conditions (2). We now introduce the following defini-
tions: The letter M denotes the number of different F’s,
i.e., the number of channels; Ng is the total number of
exchange terms appearing in all the F equations. Let
N A be the number of open channels (i.e., those channels
for which %2>0). We introduce the parameter Nv
which is zero if all V;=0, otherwise it is unity. Let
Nuu be the number of Lagrange multipliers in a given
set of Egs. (37).

At r=0 we define (M+Ng) linearly independent
solutions of the homogeneous system of equations, i.e.,

Z"=BZ, (38)

F;
()
Vi
is a column vector which has (M + N g) elements. Since
Z(0)=0, then (M+Ng) of the arbitrary constants are
fixed and the independent solutions are generated by

setting the coefficients of the powers 74+ or £ at the
origin equal to unity one at a time with the others set

R O Wi Y

where

M+NE+NA

B=1
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equal to zero. These solutions are then integrated out
with C=u;=0. Further (Ny+Nwmy) independent
solutions of the inhomogeneous system are generated
by setting either C=1 and all the u;=0, or setting one
of the u; equal to unity and the remainder, together
with C, equal to zero. In this way we define Nyn=M
+ N g+ Nv+Nwmy linearly independent solutions at the
origin. These solutions are then integrated out to some
match point denoted 7, and the Ny solutions are
labeled ;. These solutions are combined with (as yet
unknown) coefficients v,, where a=1, -+, (M+Ng), C
and p; to give full solution over the range 07 <7, We
choose to use the Runge-Kutta method to integrate
from =0 to a mesh point 2=0.01 and then the Nu-
merov method from % to 7,.

Asymptotically, where r=rp, (M+N,) linearly in-
dependent solutions of Eq. (38) are generated by setting
the coefficients of siné’, cos#’, and e~*" each in turn to
unity, and the remaining coefficients to zero, where
6'=kr—n In2kr and ik=*k. The asymptotic expansion
of Burke and Schey is used to calculate the function
at 7 and (rp—H) where H is another stepping incre-
ment. These solutions are integrated in to some point
r4, where the exponential terms in the various poten-
tials might be expected to begin contributing. At 74
further Ng linearly independent solutions are generated
by setting the coefficients of »~ in turn to unity and
all others to zero. Further (Ny+Nwmu) independent
solutions of the inhomogeneous system are defined by
setting C or u; equal to unity as in the inner region. The
totality of outer solutions, Noyr=M+Nr+Ng+Nv
+Nwmu are integrated from 74 into 7 and beyond to
some 7o’. These outer solutions are labeled G;A.

In order that the solution be continuous over the
whole domain 07 rp, it is possible to impose con-
tinuity of functions and derivatives at any point, e.g.,
at 7o, or the functions be continuous at a pair of points
ro and 7y’ say. The latter criterion was used in the
computer program, and gives 2(M+Ng) equations

for the 2(M+Ng)+Na+Ny+Nwmu unknown parameters va, ws, C, and uy. Further (Ny+Nwmu) equations are
obtained by substituting the continuous solution given by Eq. (39) into (33) and also into the equations obtained

by requiring (20) to be zero.

The remaining N4 equations are obtained by specifying that the coefficients of the sine part of the right-hand
side of Eq. (39) in the asymptotic region equals k;1/25;; for j=1 to N,. That is

2pwpGf=wi18twe G - Fwn, GV At - o i GVAT I

=w;Gi'+wn ,+:G:V 41 since the others do not contribute

=w; sind;’ 4wy 44 coshy’,

(40)
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where 8 =k —n; In2k;. From Eq. (2a)
Fii(r)~k 12 (sind,’ cosp;—cosh;’ sing;)d;;+ (cosdy’ cospi+-sinb,’ sing;) Ris],
where ¢;=1lr/2—0o1,. Combining this result with (40) gives the required V4 equations
COSP; wi'—sing; wn 4+i7=ki7%;;, (41)

where the superscript j denotes that the linear equations at the matching point for the parameters »;- - - u must be
solved N4 times, with j characterizing these matched solutions. The elements of the real symmetric reactance
matrix are then given by

®Rij=kM[sing; w/+Cosp; wn 4. (42)

Having obtained the ®& matrix it is a simple matter of matrix manipulation to obtain the 7" matrix and cross
section using Eqs. (35) and (36).
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Scattering phase shifts have been computed for elastic electron scattering from neutral helium for an
energy range from 0 to 50 eV. These computations were based upon an extension of Hartree-Fock theory in
which the distortion induced in the atom by the incident electron is considered in the adiabatic approxima-
tion and developed in a perturbation expansion in the interaction between incident and atomic electrons.
This expansion contains terms describing both the adiabatic polarization interaction and velocity-dependent
corrections to it. The effects of these two interactions are examined by calculating the scattering in two ap-
proximations: first, a pure adiabatic-exchange calculation using the total polarization potential consistent
with second-order perturbation theory; and second, a ‘‘dynamic-exchange’ calculation in which all the
dynamic terms consistent with second-order perturbation theory are included along with the polarization
potential. An additional dynamic-exchange calculation in which only the dipole components of all the dis-
tortion terms are included is also considered. The computed phase shifts were used to determine the scatter-
ing cross sections and these are compared with other calculations and experimental data. Scattering lengths
were also calculated by iteration of the pertinent equations at zero energy, and resulted in the values 1.097a,
for the adiabatic-exchange approximation and 1.186a, and 1.181a, for the dynamic-exchange approxima-
tions using, respectively, the total-distortion terms and the dipole components of these terms only. The
dynamic-exchange values for the scattering length compare very favorably with the experimental value
1.18a2, determined independently from experimental data by Frost and Phelps and by Crompton and Jory.
The dynamic-exchange approximation for the total scattering cross section agrees quite closely with the
experimental data of Ramsauer and Kollath, while the corresponding diffusion cross section agrees quite
well with the data of Crompton and Jory. These calculations show that best agreement with experiment is
obtained when only the dipole components of all of the distortion terms are included in the formalism.

I. INTRODUCTION which was added to the usual Hartree-Fock equations.
The results of these calculations gave a cross section
which was in good agreement with experiment at very

low energies but was larger than the experimental values

N a previous paper,! the scattering of electrons by
helium atoms was considered in an approximation in
which the distortion of the target atom by the incident

electron gave rise to an effective polarization potential
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the Doctor of Philosophy degree.
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at higher energies. This discrepancy arises in part from
oversimplification of the dynamics of the scattering
electron in describing the distortion interaction. The
main purpose of this paper is to report on some extended
calculations for helium in which a velocity-dependent
correction to the adiabatic theory is incorporated into
the scattering equation.



