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The magnetic scattering of neutrons by an arbitrary system of particles has been examined by exploiting its
similarity to the radiation problem in spectroscopy. It has been shown, in fact, that the magnetic scattering
amplitude can be expressed in terms of the multipole moments of the scattering system. The number of
multipoles, which contribute to the scattering amplitude, is limited by selection rules based on the symmetry
properties of the states of the system, in particular, parity and angular momentum conservation. The
formalism has been applied to the magnetic scattering of neutrons by an atom in the I" electronic
configuration. If the spin—other-orbit and orbit-orbit interactions in the atomic Hamiltonian can be neglected,
only even-order electric and odd-order magnetic multipoles, whose order of multipolarity is less than or equal
to 2/ + 1, contribute to the scattering amplitude. In this case the calculation of the magnetic scattering amplitude
is reduced to evaluating matrix elements of the Racah double tensors W) and W*) (K’ even). The former
tensors are associated with the convection current and the latter with the spin magnetization contribution to
the magnetic scattering amplitude. The calculation of the maxtrix elements of these tensors is simplified by
selection rules based on the groups Sp(4 I+ 2), R(21+ 1), R(3), G, used in the classification of the atomic
states. The contribution to the magnetic scattering amplitude of the convection current, associated with the
spin-orbit and mass correction terms of the atomic Hamiltonian, has been examined in some detail.

I. INTRODUCTION

The magnetic scattering of neutrons by an atom
has been the subject of many theoretical investiga-
tions. Following the original investigations of
Bloch! and Schwinger, 2 Halpern and Johnson® ex-
amined the scattering by an atom with zero orbital
magnetic moment, The general case of scattering
by an atom with both spin and orbital magnetic mo-
ment was first examined by Trammell.? The ma-
trix elements in the theory can be calculated by us-
ing either the traditional Condon and Shortley for-
malism or the more powerful techniques of Racah
algebra.® However, the evaluation of the magnetic
scattering amplitude by both methods requires rath-
er involved calculations which offer little physical
insight into the problem and which in some cases
may even lead to erroneous results. It is the pur-
pose of this paper to present a new treatment of the
theory which makes possible the application of the
techniques of modern spectroscopy to the magnetic
scattering of neutrons. In this new formulation the
calculation of the magnetic scattering by an atom is
reduced to evaluating matrix elements of the gen-
erators of the groups used in the classification of
the atomic states. The symmetry properties of the
atomic states can then be used to considerably sim-
plify the calculations.

We examine the magnetic scattering of neutrons
by an arbitrary system of particles by exploiting
the similarity of the problem with that of the inter-
action of radiation with the system. The magnetic
scattering amplitude is determined by the Fourier
transform of the transverse (to the scattering vec-
tor) component of the current density operator of
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the system. The Fourier transform of the trans-
verse component of the current density operator can
be simply related to the multipole moment opera-
tors of the scattering system. Thus the calculation
of the magnetic scattering amplitude can be reduced
to evaluating the transition matrix elements of the
multipole moment operators, In any given problem
the number of multipole operators used for the
evaluation of the scattering amplitude is limited by
selection rules based on parity and angular momen-
tum conservation. The actual calculation of the
matrix elements is a straightforward application of
well-known techniques in atomic and nuclear spec-
troscopy. —

The formalism has been applied to the magnetic
scattering of slow neutrons by an atom in the 1"
electronic configuration. If the two-particle mo-
mentum-dependent terms of the atomic Hamiltonian-
(such as the spin-other-orbit and the orbit-orbit
interactions) can be neglected, the magnetic scat-
tering amplitude can be expressed in terms of odd-
order magnetic and even-order electric multipoles,
respectively, whose order of multipolarity is less
than or equal to 2/+1. By relating the multipole op-
erators to the Racah unit tensors, one can employ
the symmetry properties of the atomic states to
simplify the calculation of their matrix elements.
The extensive tabulations of the reduced matrix
elements of the Racah unit tensors can then be
used for the practical evaluation of the magnetic
scattering amplitude,

II. MAGNETIC SCATTERING OF NEUTRONS

We examine the scattering of neutrons arising
from their electromagnetic interaction with an ar-
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bitrary system of charges., In the present work we
will assume that the scattering system can be de-
scribed by a nonrelativistic Hamiltonian, The neu-
tron interaction with the system may be written
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where j(r) and p(T) denote the current and charge
densities, respectively, of the system, and M is
the neutron mass, The charge and current densi-
ties of the system are related by the continuity
equation

T__%_ i
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where H is the Hamiltonian of the system. For
slow neutrons, the vector and scalar potentials due
to the magnetic moment of the neutron are given by

A (“‘) unx(r lrn) (3)
and
5.0)= 1, (V2 e ). @

In these equations ;',, is the position vector of the
neutron, V is its velocity, ZI,,=ypN5 is the magnetic
moment of the neutron (y=-1,91), and 7 is the
Pauli matrix, The first term in Eq. (1) is the in-
teraction of the magnetic moment of the neutron
with the convection and spin current of the sys-
tem, 1™ the second is the neutron-spin—neutron-
orbit term arising from the coupling of the electric
field of the moving neutron with the charge density
of the system,  and the third is the Foldy term’ due
to the zitterbewegung motion of the anomalous mag-
netic moment of the neutron. In the present paper
we will examine the contribution to the scattering
cross section from the first term in Eq. (1), The
corresponding scattering amplitude will be referred
to as the magnetic scattering amplitude.

A. Magnetic scattering amplitude

We consider a scattering process in which the
system undergoes a transition from some initial
state of energy E; to a final state of energy E;, and
the neutron 1s scattered from an initial state of
wave vector k and energy E to a final state of wave
vector k’ and energy E’, The differential neutron
scattering cross section in the first Born approxi-
mation can be written quite generally as

d%
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where

STASSIS AND H. W. DECKMAN 12

a.zi; _E' s (6)
is the neutron scattering vector and iw=E' - E is
the energy transferred to the neutron. For mag-
netic scattering, the scattering amplitude @) is
given by
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After some simple manipulations, this equation
may be written as

fla )‘72:)3( ) fdr 4§’ ¢80
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where m is the electronic mass, 7,=e?/mc? is the
classical electron radius, and e= - lel denotes the
electronic charge. This expression for the mag-
netic scattering amplitude can be considerably sim-
plified if one assumes that the current density is in-
dependent of the neutron coordinates. This as-
sumption is equivalent to neglecting terms in the
interaction Hamxltoman which are quadratic, or of
higher order, in A,,(r) With this assumption Eq.

(7) reduces to

F@)=ilyro) m/ehig)s - (G%3.) (8)

where J is the Fourier transform of the current
density operator

F=(1 [ i@ettarlay, ©)

and g is a unit vector along the scattermg vector q.
It is seen that only b 1, the component of hi perpen-
dicular to the scattering vector, contributes to the
scattering amplitude. The neutron magnetic mo-
ment couples only to the transverse component of
the current density. The magnetic scattering am-
plitude is sometimes written in a slightly different
form by defining the dimensionless operator g, as

= —i(m/elig)gxJ. . (10)

With this definition the magnetic scattering ampli-
tude may be written as

f@=(7|7)5-3. . 8"

The magnetic scattering amplitude has been re-
lated to the Fourier transform of the transverse
component of the current density operator. The
magnetic scattering of neutrons is thus similar to
the problem of the interaction of polarized radia-
tion with the system, Actually, the matrix ele-
ments of the spherical components of 7 L (or 3;) are
proportional to those involved in the problem of the
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interaction of polarized radiation with the system,
It is well known that these latter matrix elements
are directly related to the multipole moments of
the scattering system. Thus the magnetic scatter-
ing amplitude must also be simply related to the
matrix elements of the multipole moments charac-
terizing the scattering system.

B. Multipole moment expansion of the magnetic scattering
amplitude

We showed that the magnetic scattering ampl}—
tude can be expressed in terms of the vectors J,
or J. [Eq. (8) or (8”)]. These vectors will be de-
termined in an arbitrary fixed coordinate system
defined by the orthonormal vectors §,, €, &,
However, instead of the Cartesian components of
J,_ (or 3,), it is more convenient to use the compo-
nents of these vectors along the spherical unit vec-
tors &, defined by

ep—‘(P/‘/—)(€1+3P€2); p=%x1
&o=6; .

The vectors E,, with p=+1 are sometimes referred
to as the helicity vectors associated with the direc-
tion 33. Since both J L and 5 L are transverse, they
are completely defined by their components along
the helicity vectors &, associated with the scatter-
ing vector, First, the multipole moment expansion
of these latter components will be determined.
Then the multipole moment expansion of J, and g,
in the fixed coordinate system will be obtained by
a simple rotation of coordinates.

The components J. 1, » of J, along the helicity vec-
tors E,f (p=+1) associated with the scattering vec-
tor are

r_T 0
JJ_.’::J]_' ep

=<f|f3(§)oé;e‘5';dﬂi>, p=t1. (11

The right-hand side of Eq. (11) is essentially the
interaction Hamiltonian of polarized radiation with
the system. The circularly polarized wave in the
right-hand side of Eq. (11) can be expanded in mul-
tipole fields, ®

ée ‘“'r-—rZE (pA + AL)

ot
XD (9, 8, 0) , (12)
where
AP = [k(e+ DTV 218,,(7) , (18)
A9 = (1/g) [k + 1) V2V X18,,(T) (14)
and
Byn(r) = 8" [41(2k + 1) 2, (q7) Vo) . (15)
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In these equations 1= (1/4) FXV is the angular mo-
mentum operator, j,(g7) is a spherical Bessel func-
function, D, (¢, 9, 0) is a rotation matrix, and ¢,
are the polar angles of the scattermg vector in the
fixed coordinate system. The fields A ) and A‘ ™
are known as the electric and magnetic mulupole
components of the polarized wave and they have
parities (=)*"* and (<), respectively. Substituting
Eq. (12) into Eq. (11)

Jl = _(z)-lfzz(p[ A T dr

Rym
o[ B 34D, 0,010)

This equation can be written in the following com-
pact form,

JJ’-:P= _<€§;1> Z p'Dk »(‘P, a 0)

Rymy v
x(f|TEB i)y, p=x1 (16)

by introducing the dimensionless multipole opera-
tors®

74 = < )fA‘"."

and

1 m f > >
(m) _ Alm) .
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The operator 5 can also be expressed in terms of
the multipole moment operators by using Eqgs. (10)
and (16),

(17a)

(170)

gll,p <eh'q> PJL,P— hz p'ﬂDfnp«av 8’ 0)

X(flTam|i), p=x1.  (18)

In Eqs. (16) and (18) 7 takes the values 0 and 1 for
the electric and magnetic multipole operators, re-
spectively. The superscripts (0) and (1) of the mul-
tipole operators then simply mean “electric” and
“magnetic, ” respectively., The multipole operators
[Eqs. (20)] are irreducible tensor operators of or-
der k. Since the parity of j is (~) the electric and
magnetic multipole operators have parities (-)* and
(=)**1, respectively.

We expressed the components of J L and 3 , along
the helicity vectors associated with the scattering
vector in terms of the multipole moment operators
characterizing the scattering system. It is more
convenient in some problems to use the spherical
components of these vectors in the fixed coordinate
system. These components can be easily obtained
by a rotation of coordinates, The components of
J. in the fixed coordinate system are
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JJ-.P= Jye €,= Z (_)’.ODEP.-O(‘p7 B’ O)J-I’-,o , b= 0, x1 (19)
3

where J/,, has been expressed in terms of the multipole moment operators [Eq. (16)]. A simple expression
for J,,, can be obtained if one notes that

) Eo1 j Bo1 ]>< a7 )1/2 .
DY, . Dy=
p.-oDmc ;(2.74'1)(”1 -p p—m)(o -0 0 2j+1 YI,?-m(‘l)

and

2‘;0.(_)«,(1; 10r ('))__[1 ()W.](i; 1 j>.

10

Substituting for JJ,, in Eq. (19), one obtains

nr (G -t L0 L ) em@0inizl0, pe0st,
0)

L)
The spherical components of g} 1 in the fixed coordmate system are obtained by the same manipulations used
in obtaining the corresponding components of I e

Sup= Pl e (B0 7 e L Ny @uiT@l, peoet.

%

Using Eqs, (20) and (21) the vectors 3; and J, can be written in a form which exhibits explicitly their trans-
verse character. Let us consider first

=2 (),
»
with J,,, given by Eq. (20). The summations over 7, j, and p can be easily performed if one notes that for

7=0 (electric multipoles) j can take only the values #+1, and for =1 (magnetic multipoles) j must be equal
to 2, The result is

i:(@) Z(ﬂf: 1) {ka(q ){f] Tiw i) -ilg Xka(q ) <A T(e) it (22)

m Rym

where X, .(3) is a vector spherical harmonic. ' In deriving Eq. (22) we used the definition of the vector
spherical harmonics and the following identity,

XK=/ (2 + V2 [VE T gy, + B+ DV2Y 001 1,

where ?;:':m,p ¥"4-1,1 are vector spherical harmonics, ° Using Eqs. (10) and (22), one can write the vec-
tor operator g, as

-> 8 . [A - ~ .
5.m 2 (o) Bt@ 1 TR i xR @ A TR 0} (23)
Equations (22) and (23) express the vectors b 1 and 3. 1 in terms of their components along the transverse and
mutually perpendicular vectors, X,,,,,(Zj) and [§xXX.(8)).

We showed that the magnetic scattering amplitude can be expressed in terms of the matrix elements of the
multipole operators characterizing the scattering system. In fact, by substituting Eq. (23) in Eq. (8"), one
obtains

-, - 87 12 . P R TA - ~ m | .
1@ =l | Tgsy) Ea@ A TR -ilEn @A TR0} - (24)
»m
!

In any given problem the number of multipole mo- the z axis, then angular momentum conservation
ment operators involved in the calculation of the requires
magnetic scattering amplitude is limited by angular
momentum and parity conservation, If the state |Jp —di | s ks dp+dy,
of the scattering system is characterized by the to- (25)

tal angular momentum J and its projection M along My=M;+m .
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Parity conservation, on the other hand, requires &
to be such that

P, = (=) P, for m=0 (electric multipoles) ,
P, =(-)*'P, for n=1 (electric multipoles) .

where P; and P; are the parities of the initial and

final states, respectively, of the scattering system,

C. Multipole moment operators. Small-g approximation

The magnetic scattering amplitude has been re-
lated to the multipole moment operators charac-
terizing the scattering system. We will examine
here some of their properties which are of impor-
tance to the magnetic scattering of neutrons, It is
well known that the magnetic and electric multipole
operators are related to the magnetization and
charge densities, respectively, of the system.,
Substituting for AY™ [Eq. (13)]in Eq. (17b), one
obtains

(m_ _ o (M \ 1212k + 1))1/2
Tim = 2(eﬁq>” ( R(e+ 1)

X f dx jalgr)p'™ (B)Yem(?)
= 2<‘—”-1—)cz‘"'1<&7_(_2_’fj_l)_>1/3

ehiq k(E+1)
x [ @M@ Ve a1, @
where
M(T) = (1/2¢)F ] (F) (28)
and
p™ ([F)= - V. M) (29)

are the magnetization and the magnetic pole densi-
ty, respectively, of the system. By substituting

- e fAT(28 + D\V 2] o N
Al9 = g* I(ﬁff)‘l) [qr]k(q’}’) Yyn(7)

+ ;— v (Y,,,,,(“r) g;[rjk(qr)])] (30)

in Eq. (17a) and using the continuity equation [Eq.
(2)], one obtains the following expression for the
electric multipole operator:

T = i (J_”_ 2n(2k +1))V/*
" eng/\ k(k+1)

(BE) [ 47,0610 2 i)
i [dF e VB T0) (31)

The current density j (¥) consists of the convection
current arising from the motion of the particles
and the current associated with the spin magnetiza-
tion of the system. The convection current is de-

termined by the velocities of the particles and thus
it depends explicitly on the momentum -dependent
terms of the Hamiltonian of the system. There-
fore, the electric and magnetic multipole operators
[Egs. (27), (28), and (31)] depend explicitly on the
momentum-dependent terms of the Hamiltonian,
Since the magnetic scattering amplitude is deter-
mined by the multipole operators, it will also de-
pend explicitly on the momentum-dependent terms
of the Hamiltonian. In most cases of experimental
interest the dominant convection current contribu-
tion to the magnetic scattering amplitude arises
from the kinetic-energy term of the Hamiltonian,

For a given current density, the multipole mo-
ment operators can be evaluated using Eqs. (27)
and (31). A point-charge-point-magnetic-moment
expression for the current density can be adopted
if the effects associated with the internal structure
of the particles can be neglected. With this as-
sumption

7@ =1, @)+3,0), (32)
where the convection current J, is

QDY SelfoGE-T)+0@-F)F]  (32)
and the spin magnetization current j'm is

W3 %vx[@a(}-ﬁ)]. (32b)

The velocity operator of the ith particle V‘ is de-
fined by

- -, 8H
Vi=7;[H’ri]=—a—b="9 (33)

where H is the Hamiltonian of the system, It is
seen that the convection current is determined by
the momentum dependent terms of the Hamiltonian,
It is convenient to write the Hamiltonian in the
following form:

H=H0+H1+H2+'~' , (34)

where H, consists of the kinetic energy and the
momentum-independent terms of the Hamiltonian,
H, consists of the one-particle momentum-depen-~
dent terms (except the kinetic energy), and H, de-
notes the two-particle momentum-dependent terms,
etc. This separation of the Hamiltonian has been
adopted because the dominant contribution to the
convection current arises from the kinetic energy
of the system, which is the only momentum-depen-
dent term in H,, Since

- D 8H, .
v,:%u s el (35)
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the multipole moment operators may be written as
T8 = TE0)+ 2 TE0(), j=1,2... . (36)

i

The first term in Eq, (36) is due to the magnetiza-
tion current and the convection current associated
]
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with the kinetic energy of the system; the other
terms arise from the convention current associated
with the one-particle, two-particle, ... momen-
tum-dependent terms of the Hamiltonian, Substi-
tuting the first term of Eq. (36) in Egs. (31) and
(27), one obtains

. . 2m(2k + 1)\!/2 i(E, - E N .
- () ) " (5 Lt

i

Zl""[h(qﬁ)ylzm(ﬁ)ri Dy +D; - Ty Jk(q”i)ykm(”?t)]}" "12“"‘@ 8; 'li[]k q7; Ykm(”i)]] (37)
and
1/2
Tm(0) =4 (;q)(&g%%l_)) Z‘: {9 [G(@n) Ven )] T, + 34,5 'Vxli[k(‘lﬂ)ykm(”i)]}‘ (38)

The first term of Eq. (37) (in the large curly brackets) arises from the convection current associated with

the kinetic energy and the second term from the spin magnetization current,

in Eq. (38) for the magnetic multipole operator.

Hamiltonian are

A similar separation is seen

The contributions to the multipole operators of the con-
vection currents associated with the one-particle, two-particle,

.. momentum-dependent terms of the

2r(2k+ 1 ‘/ZZ . >y >
T;f;)(])—z”l(eﬁlI)( Z§k++1) )> 7 —‘%‘(}k(qr,)lfkm(r',)ri-'g‘gl+-g% i (qv,)Yk,,,(V,)) (%9
and
N of m \(2n(2k+ 1)\!/2 9H; 9H;
2= %% (Lm0 B T nu6)). 40

Equations (37)-(40) are the point—charge—point-magnetic-moment expressions for the multipole operators.
In most cases of experimental interest the dominant contribution to the magnetic scattering amplitude

arises from the first term in Eq., (36).
termined by Eqgs. (37) and (38).

In this approximation v, =p, /m and the multipole operators are de-

If gR<< 1, where R characterizes the size of the system, the multipole moment operators are proportion-

al to the static multipole moments of the system,
limit

ehq (2k+1)!! R(E+1)

In fact, it is easily seen [Eqgs. (27) and (31)] that in this

k= 1 k 1/2 - - R
T = _(_1n__) 2ct (211(2k+ 1)) fdrrkp(m)(r)ykm #), qr<1 (a1)

and

Em =

T (ﬁ) i*¢ (21r(2k+ 1)(%+ 1))1/z E; - E,

ehig) (2k+ 1)!! k

In deriving these equations we used the small-argu-
ment expression for the spherical Bessel function

(gr)
2+ 111

Note the close connection in this limit of the
multipole operators with the static multipole mo-
ments given in the integrals in terms of the mag-
netic and charge densities of the system, Equation
(42) is the mathematical statement of the well-
known Siegert’s theorem in spectroscopy: The
electric multipole operators in the small-g approx-
imation do not depend explicitly on the momentum-

Jelgr) = qr<1, (43)

[ dtrt @)@, grei. (42)

dependent terms of the Hamiltonian, The small-g
expressions for the multipole operators [Eqs. (41)
and (42)] can be used for most problems of nuclear
and atomic spectroscopy, since the wavelengths
involved in these problems are much larger than
the linear dimensions of the systems, These ex-
pressions, on the other hand, are of limited ap-
plicability in the magnetic scattering problem,

"since the neutron wavelengths are usually of the

order of 1 A.

If the initial and final states of the system are
of different parity only the electric dipole term
[#=1 in Eq. (42)] is of importance at small values
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of g. The magnetic scattering amplitude [Eq. (24)]
at small values of g is then independent of the
magnitude of the scattering vector and is propor-
tional to the transition matrix element of the elec-
tric dipole moment of the system., If the magnetic
scattering of neutrons occurs without change in the
parity of the scattering system only the magnetic
dipole term [k=1 in Eq. (41)] is of importance at
small values of ¢q. In this case the magnetic scat-
tering amplitude is independent of ¢ and propor-

tional to the transition matrix element of the magnetic

moment of the system.,
III. MAGNETIC SCATTERING BY AN ATOM

In this section we will examine the magnetic
scattering of neutrons by the electrons of a free
atom or ion, It has been shown in Sec, II that the
magnetic scattering amplitude can be expressed in
terms of the multipole moment operators. Adopt-
ing the point-particle model for the atomic elec-
trons, these operators are given by Eqs. (37)-(40).
We will examine the scattering by an atom in the
I" electronic configuration, and we will assume
that the energy of the neutron is sufficiently low so
that only transitions within the 1" configuration are
possible. In this case, by parity conservation
[Eq. (26)], only even-order electric and odd-order
magnetic multipoles contribute to the magnetic
scattering amplitude. The calculation of the mag-
netic scattering amplitude is thus reduced to eval-
uating matrix elements between states [JM) of the
atom, of even-order electric and odd-order mag-
netic multipoles. These states are, in general,
determined from Russel-Saunders states [9JM)
of the 1" configuration;

l[amy =2 a(8) |6am), (44)
]

where 6 =aSL and o stands for additional quantum
numbers needed to specify the state, Assuming
that the a(9)’s are known, the calculation of the
magnetic scattering amplitude is reduced to evalu-
ating matrix elements of the form (9JM | TSP

x 16'J’'M'y, where the multipole operators are
given by Egs. (37)-(40), and the order of multi-
polarity 2 must be even for electric multipoles
(r=0) and odd for magnetic multipoles (r=1). In
order to take full advantage of the symmetry prop-
erties of the atomic states, the multipole operators
will be expressed in terms of the Racah unit ten-

sors W ***"*) defined in the Appendix, The opera-
tors W *'***) are double tensors having rank %’

in the spin space of the atom (defined by S=3,85,),
rank £” in the orbital space of the atom (defined by
L=3,1,), and they form the basic building blocks
for describing the symmetry properties of atomic
interactions. By using the Racah unit tensors the
calculation of the matrix elements of the multipole

operators is separated into (a) evaluation of radial
matrix elements, and (b) evaluation of angular
matrix elements, The radial matrix elements can
be calculated using radial wavefunctions obtained
from some type of Hartree-Fock calculation, The
angular matrix elements are determined by the
matrix elements of the Racah unit tensors. The
calculation of these latter matrix elements is con-
siderably simplified by symmetry properties,
since the double tensors W ***'*) are the genera-
tors of the group U(4l+ 2) used in the classification
of the atomic states, The availability of extensive
tabulations of these matrix elements considerably
simplifies the calculation of the magnetic scatter-
ing amplitude,

In the extreme nonrelativistic limit the only mo-
mentum-dependent term in the atomic Hamiltonian
is the electronic kinetic energy. In this case the
multipole moment operators are simply given by
Eqs. (37) and (38). The extreme nonrelativistic
limit is an excellent approximation for most prob-
lems in neutron scattering. This is because the
momentum-dependent terms in the atomic Hamil-
tonian, other than the kinetic energy, are relativ-
istic corrections of the order of (v/c)?, the elec-
tronic kinetic energy. In light atoms the contribu-
tion of these relativistic terms to the electronic
convection current is negligible in comparison to
that of the electronic kinetic energy. In heavy
atoms, however, the contribution to the electronic
convection current of the spin-orbit interaction
and the mass correction terms can be of some im-
portance. In this section we first evaluate the
magnetic scattering amplitude in the extreme non-
relativistic limit and then we include the relativis-
tic corrections due to the spin-orbit and mass cor-
rection terms, The calculations are a simple ap-
plication of well-known techniques in atomic spec-
troscopy. !

The multipole operators in the extreme non-
relativistic limit [Eqs. (37) and (38)] and the multi-

pole operators associated with the spin-orbit and
mass correction terms are one-particle operators.
These operators can be easily expressed in terms
of the Racah unit tensors if one notes that they are
linear combinations of one-particle operators of
the form

; [af xb Tt (45)

where &f’ and b’ are one-electron tensor operators
(of rank %’ and ") acting on the spin and orbital
coordinates, respectively, of the ith electron, and
[ xb}"“]* denotes the tensor of rank % formed by
their tensor product. The matrix elements of

these operators can be written in the following
form!!:
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9'J'M’> =[F, k"] ¥(s ||a”

(eJM‘ 2 [a xvy T )| | || Deam | w &+ * o' 5" '), (46)
1

where [£', k''] stands for [(2%'+ 1)(2%" + 1)] and W *#' % the mth component of a tensor of rank %, is de-

fined in the Appendix, The tensor W ®'**'** ig a unit tensor of rank %’ and %” in the spin and orbital space
of the atom, respectively. The matrix elements of these tensors are simply related to the reduced matrix
elements of the Racah unit tensors by!!

(GJMIW,;kI'k")k IGIJ'MI)_: (_)J-M[J, k, JI] 1/2(

J B J s s K
—MmM'>

L LI k/ (0||W(k"k“)H9'), (47)
J J ok '

In the following calculations the multipole operators are first expressed in terms of tensors of the form
given by Eq. (45), then their matrix elements are related to the reduced matrix elements of the Racah ten-
sors by using Eqgs. (46) and (47). Since there is little point in reporting details of algebraic manipulations,
only an outline of the calculations is given in this paper,

A. Extreme nonrelativistic approximation

In the extreme nonrelativistic approximation the multipole operators are determined by Eqs. (37) and
(38). We recall that, by parity, only even-order electric and odd-order magnetic multipole operators con-
tribute to the scattering amplitude, In addition, the order of multipolarity of these multipoles must be less
or equal to 2/ +1, since these operators are one-particle operators and we are considering only atomic
transitions within the 7" electronic configuration.

The operators 7,2)(0) and 7,7’(0) [Eqs. (37) and (38)] can be expressed in terms of operators of the form
given by Eq. (45) if one notes that

8 1(j, V) = = [R(R+ 1)]Y2(E%4, Y, ),

. = B+1\'/2 . LAY
V(]kYkm)'1=q[(2k+1> [Jk+1Yk+1xﬂfn+(2k+1> []k-lYk-IXi.]zz ’

and

- T . . 1/2 k 1/2'* . » k+1 1/2-" . »
§ « VX[ 103, Yyn) |=dal e+ D]V |- (57 [X Jiga1 Vet [l + i1 [$X pu1 Yl |-

Using these relations and Eq. (46) one obtains

(GJMITéZ’(o)Io'J’M’)=ik*1<Ro(k)(eJM|W,§,°'k’k|9'J’M’)+ 2 Rk, R)OIM|W S ’kle'J'M')) k=1,3...20+1

k'=kzl .
(48)
and -

OIM|TE(0) |0'T' M") = i* [ Ry(R) (O IM | W 2% |9'T' M) + Ry (R, k) (0IM | W SR * |9’ T'M")], k=2,4...21.  (49)

It is seen that the matrix elements are naturally separated into radial and angular matrix elements, The
angular matrix elements are given in terms of the reduced matrix elements of the Racah unit tensors by
Eq. (47). Note also in these expressions, the separation of the orbital and spin magnetization contributions
to the multipole operators. As expected, the orbital contribution is expressed in terms of the W '*’, and
the spin magnetization contribution is given in terms of the W ‘“'*") (or W ‘"*)) Racah unit tensors.

The radial matrix elements in Eqs. (51) and (52) can be calculated using radial wave functions obtained
from some type of Hartree-Fock calculation. If one denotes by f(#) and f'() the single-electron radial
wave functions of the states [6JM) and 16'J'M'), respectively, the radial matrix elements can be written
as

10+ )@ Dhe (L L R LR o
A 0 0 0 1 11 I re1t T =1/ (50)

Ro(R) = (=) (21 + 1)(
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/ k'
Ry(R', k)= (=)' i ** "}(21 4 1)(_(2k_+ l)z(zk + 1))1/2 ( ,

and

(=) 2k + 1 \1/2 LA
Rz(k)=—27(21+1)<k(k+1)) <o 0 oRz-

In these equations

Tr =foc r2f () f' () jlqv) dv

and
= Ei-Ef (-, vy A7k (gr) ] f” 3
Rz—hzqz/zm \ r2f () f'(r) dr ar+ A r

The integrals 7, for transition-metal and rare-
earth atoms have been calculated? using Hartree-
Fock radial wave functions,

The evaluation of the angular matrix elements is
simplified by symmetry considerations, The atom-
ic states of the [" configuration can be classified
according to the irreducible representations of the
groups Sp(47+2), R(27+1), R(3), and in the case of
f electrons the special group G,. The angular ma-
trix elements in Eqs, (48) and (49) are matrix ele-
ments of the tensors W (%% and W ¥ % where
k' is an even integer. The selection rules based
on R(3) are the familiar selection rules on angular
momentum, The matrix elements of W “** yanish
unless |J~-J' | =k=J+J’, |IL-L'|<k<L+L'and
S’=8; similarly the matrix elements of W !+*' %
vanish unless |J-J'|=k=J+J', |L~-L"'| <k’
=<L+L’'and $'=S, S+ 1. The selection rules based
on Sp(4l+ 2) can be simply expressed by using the
seniorities of the atomic states, The odd tensors
W ©®) (2 odd) and W ¥"? are diagonal in seniority,
The tensors W ©* (£ even), on the other hand, can
only link states differing in seniority by 0 or 2.
The selection rules based on R(27+ 1) impose addi-
tional restrictions. The operators W '*) (¢ odd)
can only connect states transforming according to
the same representation W of R(27+ 1), because
these operators are the generators of the group.

Regarding the matrix elements of W “'*') and
W ("B (L even), the selection rules based on
R(27+ 1) cannot be so concisely stated, If one of
these tensors transforms like the representation
W of R(21+1), its matrix element between two
states transforming like W’ and W” will vanish if
the coefficient C(W'W’'W) in the decomposition of
the Kronecker product W' x W” =%, C(W W"W)W
vanishes. For instance, the selection rules based
on R(5) (d electrons) and R(7) (f electrons) are
easily obtained by using the available tables of
C(W'wW”"(20)) and C(W'W”(200)), respectively, if
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1 2 l k lj,—k" (51)
1 -1/\0 0 O

(52)
(53)
; af’ _ o df
(3L - ) ar. (54)

one recalls that the tensors W '*') and W % (
even) transform like the representations (20) and
(200) of the groups R(5) and R(7), respectively.

In the case of f electrons the double tensor W @'%
and W @1 form the generators of the special group
G, and therefore can connect only states trans-
forming according to the same representation U of
G,.

The nonvanishing reduced matrix elements of the
double tensors W %) and W “'¥) (£’ even), needed
for the evaluation of the magnetic scattering ampli-
tude, can be calculated by means of the formula

@||w®**ll6") =n[s,s',L, L k', k"]

% Z ©17)6'] T)(=)5#1 /20 ks Tt Lan""
; k" L'
L !

S| (L

3 1

k'

S

S

X (55)

Nj=

where § =a 5 L defines a term of ™! and (9{8)
is a coefficient of fractional parentage (cfp). Niel-
son and Koster!? tabulated the cfp for states of the
p", d", and f" configurations. For most cases of
practical interest the reduced matrix elements of
the double tensors W “*) and W “**') have been
tabulated. For the p", d", and f" configurations
with n=<2[+ 1 the reduced matrix elements of W ®*’
can be obtained directly from the work of Nielson
and Koster, !* which tabulated the reduced matrix
elements of U*=[2/(2k+1)]'2W O K n>20+1
the reduced matrix elements may be obtained from
those with » =2+ 1 by using the relation
(l nSL l I w (R sR*") I 'lnv's'L') = (__)k'+k"+1+ (w=v')/2
X (142 nySL || w ® R || 412y ST LY (56)

where v and v’ are the seniorities of the states.
The same tables can be used to evaluate the re-
duced matrix elements of W ¥ (2’ even), since
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they are simply related' to those of the W ©*) initial and final states of the atom, respectively,
tensors. The reduced matrix elements of the dou- the magnetic scattering amplitude can be written
ble tensors W “'*) have been tabulated by Kara- as [Eq. (44)]
ziya et al. *® for the p", d", f2, f° and f* configura-
tions. - , -

The calculation of the magnetic scattering ampli- f (Q)i;:, a*0)a®) 1 @), (57)
tude has been reduced to evaluating reduced ma-
trix elements of the double tensors W ©'# and where £57%,.(q), the magnetic scattering amplitude

W @) (' even), Denoting by |J°' M"Y and |JM) the for the transition §'J'M' ~6JM, is

- - 1/2
Febn @ =y |r .2 i’**l(—-——sz 1) [X:"(Zi)[Rz(k)(GJMIW‘O””” |6'7'M") + Ry (R, R)(0TM | W 2% "' ") ]
kym

—i[GxX (@) ](Ro(k)(eJM [WORR o M)+ 5 Ry(R!, k) 0TM | W (ot % !e’J’M’))]. (58)
k=l

Equation (58) has been obtained by substituting Eqs. (48) and (49) for the matrix elements of the multipole
operators in Eq. (24). In the first term in the large square brackets, the electric multipole term, %
=2,4,...,2l and in the second, the magnetic multipole contribution 2=1,3,...,27 +1. The electric multi-
pole contribution was not included in previous formulations of the theory.*® The magnetic amplitude for
elastic scattering can be considerably simplified if the state of the atom or ion can be approximately char-
acterized by a single Russell-Saunders state [§JM). In this case the electric multipole contribution van-
ishes and only the m =0 components of the magnetic multipoles contribute to the scattering amplitude,
Therefore,

87

1/2 - .
gﬁ(a):([y[yo);.zib(% 1) [axx;g(a)](Ro(k)(eJMIW(‘,°'k’k!eJM)+ > Rl(k’,k)(eJMIWél'k'”’|9JM)), (59)
2 + Bl =bil

where k=1, 3,5,...2l+1. Equation (59) is a good approximation for the magnetic scattering amplitude, in
the case of elastic scattering by rare-earth ions in their ground state.

B. Relativistic corrections

We calculated the magnetic scattering amplitude [Eqgs. (57) and (58)] by assuming that the only momentum
dependent term in the atomic Hamiltonian is the electronic kinetic energy. This is a good approximation
for light atoms, since the other momentum dependent terms in the Hamiltonian are relativistic corrections
of the order of (v/c)?, the kinetic-energy term. In heavy atoms, however, the contribution to the scatter-
ing amplitude of the spin-orbit and mass correction terms may be of some importance. The contributions
of these terms to the multipole moment operators can be calculated by using Eqs. (39) and (40) with

4
- T3 __bi

H, iZ E(r) 1.5 Py (60)

- OH; 1 - - p2 -

V1=8'p', =71—£(7’,)(S,><r,)—2-m—-‘~362 p; . (61)

The selection rules are the same as in the extreme nonrelativistic calculations: %k=1,3...,27+1 for mag-
netic multipoles and k=2,4...,2[ for electric multipoles. The operators T{"’(1) and T (1) can be ex-
pressed in terms of operators of the form given by Eq. (45) if one notes that

( 2k+ 1
k(e+1)

Using Eqs. (60)-(62), the matrix elements of 7\’ and 7¢(1), Eqgs. (39) and (40), can be expressed in
terms of the Racah tensors:

)1 * S{ETX I[5,(@7) VP F = iVE [EX7E (1) iy (¢7) Vst (D) ]2 + (o + D E[EX7E () (@) Vit P 2} . (62)

Tk"m"’(1)=i’“1( 2 Ry(%, k)(eJM}W,;LM]e'J’M’>+R4(k)<9JM|W,ﬁ,"-k’kIe’J’M')), k=1,3,...,21+1 (83)

R =kxl
and
TE(1) =i * Ry (R)OIM | W R % |0’ T' M"Y, R=2,4,...,2l. (64)

The radial matrix elements in these equations are
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, i2fk 1k

Ryk)=7 f 740 g1 +Gnct) E(AF O F10) dr;

Ry(R) = (=) (21 + 1)(

l(l+1)(21+1)(2k+3))‘/2(l kel

0 0

AN
>R3(k)’

l) E+1 1 R R,

R 0 o/l 1 11
2
Ry8) =g [ 7 dv(jk,,l—fjk_‘)[f(vzf 11+ 1)f)+ f,<vzf_l_(ly+_212 f)] ; (65)
and
(-)! or+1 \t/3f1 Rk I\
Ry(k) = 7 (21 + 1)(k(k+1)> (0 0 0>R5(k),

Rl =gy [ 7 ar ian)| 72 (927 ' (o) LA (AL ped] ) |

The angular matrix elements in Egs. (63) and (64)
can be related to the reduced matrix elements of
the double tensors by using Eq. (50). Itis seen
that the calculation of the contribution to the multi-
pole moments of the spin-orbit and mass correc-
tion terms is again reduced to evaluating reduced
matrix elements of double tensors W ©*’ and

W @r) (3" even). The evaluation of these reduced
matrix elements is performed as indicated in the
discussion of the extreme nonrelativistic approxi-
mation,

An order-of-magnitude calculation shows that in
the elastic scattering by rare-earth ions the con-
tributions of the spin-orbit and mass correction
terms to the magnetic scattering amplitude are
comparable, and of the order of a few parts per
thousand of the total amplitude. These relativistic
effects can be of importance in the investigation of
the conduction-electron polarization effects in the
rare-earth metals, since the conduction-electron
contribution to the total magnetic scattering ampli-
tude is of the order of a few percent at small scat-
tering angles,

In principle, the contributions of the spin-other
orbit and orbit-orbit terms of the atomic Hamil-
tonian can be included in the calculation of the rel-
ativistic corrections to the magnetic scattering
amplitude, In light atoms the contribution of these
terms is negligible in comparison to that of the
kinetic-energy term, In heavy atoms, on the other

]

d’r

-
hand, their contribution is smaller than that of the
spin-orbit term.

C. Small-g approximation

If g<1/R, where R is of the order of the atomic
radius, only a few multipole moments contribute
significantly to the magnetic scattering amplitude.
We have seen that if the initial and final atomic
states are of opposite parity the magnetic scatter-
ing amplitude, at small values of ¢, is determined
by the transition matrix element of the electric
dipole moment, This is the well-known dipole ap-
proximation in atomic spectroscopy. In fact, it
can easily be seen [Egs. (10), (9), (37)] that for
e'¥F 21 the operator ‘9¢ is proportional to the tran-
sition matrix element of the electric dipole mo-
ment, For transitions within the 7" configuration
the electric dipole contribution vanishes by parity
and one must proceed to the next approximation
e!¥*~144q.7. In this approximation only the mag-
netic dipole and electric quadrupole moments con-
tribute to the scattering amplitude. In the present
paper this approximation will be referred to as the
small-q approximation to the magnetic scattering
amplitude for transitions within the {" electronic
configuration,

For simplicity, we will adopt the extreme non-
relativistic approximation, The magnetic scatter-
ing amplitude in the small-gq approximation will be
given by Eq. (57) with

FoM, @)= —-z(|'y|ro)o-Z((%—w)”zxzm(q)[Rz (2)(6IM |W 22| 0'J'M ") + Ry(2, 2)(6JM | W22 |0’ J'M )]

- GmMG xXEADRQ) (6TM | WVt 6% 7'M )+ Ry (0, 1) (6IM |[WEO o'’ )

+Ry(2, 1) (M |[WE2 620’ M ")),

(66)
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The first and second sums in this equation are the electric quadrupole and magnetic dipole contributions
to the magnetic scattering amplitude, respectively. The radial matrix elements in Eq. (66) are obtained
by using Eqgs. (50)-(52);

vz _
Ro)- (L HELD)E 5, 5,

20+ 1) \'2-
Rl(oy 1)= ((_—éﬂ) Jo »
12 _ (67)

1@+ 1) 20+ 1) )
Ry(2,1)= ((zz @3y e
(1) 2+ 1) )1/2 =
Rz(z)"(lzo@z— 1)(20 + 3) 2

It is seen that at small values of g the main contribution to the scattering amplitude arises from the first

two terms of the magnetic dipole. A closed expression for the contribution of these terms can be obtained
by exploiting the proportionality of the W' and w®®* tensors to the operators L and § of the atom:

W(0,1)1 (____._._:3—)1/2 L
2T +1)20+1) m>

1,01 _ 2 1/2
Wa? (21 1) Sm -

Using Eqs. (67), (68), and the Wigner-Eckart theorem, one obtains

(68)

J 1 J, -
Ro(1)(0M [Wt [047°M" Y+ Ry (0, L)(0IM WSO [90'M " Y= ()" (_M . M,>§(9J|l(}o+}z)'ﬁ+}o(ZS) o).
(69)

The reduced matrix elements in this equation can be expressed in terms of J, J’, S, and L. In fact, if
J'=J+1,

©J]| T |87 = - (0] 3] | 807)= 56, 9,)(_)J.,>+1<(S+L +dy+ 1)(L - S+J>if}f:+s—L)(S+L ~Jdy+ 1))“2 o)
Where Js is the larger of J, J’. I J=J', on the other hand,

(67 ||L]|67)=5(s, 6%) I+ 1)+2LJ(€]111))“ S 574 1y 2+ 12 (71)
‘and

(9‘]]'5]'9"]): 5(6, 9,)J(J+ 1)+8(S+1)-L(L+1) (704 1) (27 + 1)]1,2 . (12)

2J(J+1)

In any given problem the calculation of the magnetic scattering amplitude in the small-g approximation is
reduced, by using Eq. (47), to evaluating the reduced matrix elements of the W22 w122 apq w1
double tensors. These latter matrix elements can be obtamed either from the existing tabulations or by
using Eq. (55). It is seen that in the limit g - 0 (7p— 1 andj,- 0), the magnetic scattering amplitude is pro-
portional to (8J 1| L+2S|16J ’). As expected, the magnetic scattering amplitude in this limit is proportional
to the magnetic moment of the atom.

The magnetic scattering amplitude [Eq. (66)] can be considerably simplified in the case of elastic scatter-
ing by an atom characterized by a single Russel-Saunders state |6JM ). This is a good approximation for
the elastic scattering of neutrons by rare-earth ions in their ground state. In this case the electric quad-
rupole contribution vanishes and only the m = 0 component of the magnetic dipole contributes to the scatter-
ing amplitude. The scattering amplitude can be written in a well-known form if one notes that

a > i\/‘3— -

q XXT0= ﬁ [ (73)
where

Em= (‘3 * €s)‘}\ - é\3 (74)

is the so-called magnetic scattering vector. Using Eqs. (69), (73), and (47) in Eq. (66), one obtains
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A - - M -~ == 3 +1)(2A+1) \'2
fom@)=- (R2EDICE qm)[J(J+1)(2J+ N [%(GJHUOHZ)LH()(ZS)”9J)+ (2d+ 1)<W
s s 1
X7L L 2 (ellw‘“’lle)] . (75)
ZJ J 1

It is seen that the magnetic scattering amplitude can be written in the conventional fgrm p(&)g- 31,,, where
p(q), normalized to 1 in the forward direction, defines the magnetic form factor f,,(q). Using Eqs. (71) and
(72) one obtains the following expression for the magnetic form factor:

JJ+1)+L(L+1)=-5(S+1)

2[J(+1)(2J+1)]*2

Fu@=Tor [3J(J+1)+S(S+1)—L(L+1) Y300+ 1)1 86+ )LL)

x(6||wt2 IIG)]L. .

In the elastic scattering of neutrons by rare-earth
ions in their ground state, this expression can be
used to calculate the magnetic form factor at small
scattering angles.

An important application of Eqs. (75) and (76) is
in the calculation of the coherent amplitude for the
elastic neutron scattering by an atom in an exter-
nal field B. We will assume that, in the absence
of the magnetic field, the atom is in a single Rus-
sel-Saunders state {6JM ). This state, in the
presence of the magnetic field, is split into (2J+ 1)
levels whose probability of occupation is propor-
tional to e™¥ where B=gugB/kT and g is the
Land€ g factor of the atom. The coherent ampli-
tude (5% (q)) for the elastic neutron scattering
by the atom is

" A
3@ Fim@ (77)

where f5M (q) is given by Eq. (59).

This expression can be simplified at high tem-
peratures, B<<1, In this case e® ~1- M, and
it can be seen that only the magnetic dipole term
(¢=1) in Eq. (59) contributes to the coherent scat-
tering amplitude. Thus, for <1 the coherent
scattering amplitude is inversely proportional to
the temperature and its angular dependence is
given by Eq. (76). Note that this result is not
restricted to small scattering vectors.

In this section we illustrated the formalism by
examining some simple examples. However, the
advantages of this formalism over more conven-
tional techniques becomes evident when one exam-
ines the magnetic scattering of neutrons by com-
plex atoms.

IV. SUMMARY

We showed that the magnetic scattering of neu- .
trons by an arbitrary system of particles can be
investigated by techniques similar to those used in

q@s1)@s1)\2\S S 1
L L 2
<(2l"1)(2l+3)) J J 1

(76)

{
studying the interaction of radiation with the sys-
tem. It has been shown, in fact, that the magnet-
ic scattering amplitude can be expressed [Eq. (24)]
in terms of the multipole moments of the system.
This expression for the magnetic scattering ampli-
tude exhibits explicitly the main physical features
of the magnetic scattering of neutrons. The mag-
netic scattering amplitude is the scalar product of
the magnetic moment of the neutron with a vector
field transverse to the scattering vector. The
separation of the magnetic scattering amplitude
into a spin magnetization and a convection current
contribution arises naturally as a result of the
same separation in the multipole moments. The
number of multipoles that contribute to the mag-
netic scattering amplitude is limited by the sym-
metry properties of the states of the system, in
particular, parity and angular momentum conser-
vation [Eqs. (25), (26)]. The calculation of the
magnetic scattering amplitude is thus reduced to
evaluating matrix elements, between the initial
and final states of the scattering system, of a lim-
ited number of multipole moments. In any given
problem the evaluation of these matrix elements
is a straightforward application of well-known
techniques in modern spectroscopy. In the small-
q approximation the scattering amplitude is deter-
mined by the transition matrix element of the elec-
tric dipole moment if the parity of the scattering
system changes in the scattering process. If the
parity of the system, on the other hand, does not
change during the scattering process, the mag-
netic scattering amplitude in the small-g approxi-
mation is determined by the transition matrix ele-
ment of the magnetic dipole moment.

The formalism has been applied to the magnetic
scattering of neutrons by an atom in the I" elec-
tronic configuration, If the spin-other-orbit and
orbit-orbit interactions in the atomic Hamiltonian
can be neglected only even-~order electric and odd-
order magnetic multipoles, whose order of multi-
polarity is less than or equal to 2/ +1, contribute to
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the magnetic scattering amplitude. The magnetic
scattering amplitude, in this case, can be ex-
pressed in terms of the W®* and w*") (%’ even)
Racah double tensors. The calculation of the ma-
trix elements of these tensors is considerably
simplified by the selection rules based on the
groups Sp(4 + 2), R(21+1), R(3), and in the case

of f electrons the special group G,. The nonvan-
ishing matrix elements needed for the evaluation
of the magnetic scattering amplitude are then cal-
culated [Eq. (55)] or they are obtained directly
from the tabulations. The corrections to the mag-
netic scattering amplitude due to the spin-orbit
and mass correction terms of the Hamiltonian have
been calculated. These effects can be of impor-
tance in the investigation of the conduction electron
polarization effects in heavy metals.
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APPENDIX

In this appendix we define the Racah tensors
W® R and W =R pollowing Judd' we intro-
duce the unit tensors t*' and v*'’ which act in the
spin and orbital spaces, respectively, of a single
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electron, and which are defined by their reduced
matrix elements

s||t* ||sh)= 2k’ + 1)*25(s,s7) ,
@|]o* |)in= (2" + 1)}25¢,17) .
The (2%'+1)(22’' + 1) products

(R?y11) _

e
w,,,:,,,u t k

Rookn (mkR'sm'sk’; =R"=m"<k")

(A1)
define the components of the double tensor w *'**'"
whose reduced matrix elements are

(st ”w(k'.k“) ”slll): [k:’ku]ua 6(,1")5(s,s’) .

The tensor w ®*'**")* ig defined as the tensor prod-

uct of the tensors t* and v¥

wi Rk [t xR R (A2)

Using the single-particle tensors defined by (A1)
and (A2) we can define the one-particle operators
W(k':k") and W(k'tk“)k by

W) = Z wik" ) (A3)

W D ) (a4)

where the sum is over the electrons of the I” con-
figuration.
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