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Relativistic Compton cross section for general central-field Hartree-Fock wave functions
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This paper discusses a rigorous relativistic treatment of the differential cross section for Compton
scattering from bound electron states in the impulse approximation. Starting ~ith general relativis-
tic central-field Hartree-Pock wave functions, a simple expression is found which is valid for all
completely occupied shells. This expression is then compared w'ith the more approximate expres-
sion developed by R. Ribberfors [Phys. Rev. 8 12, 2067 (1975)]. The Compton profile is a well-

defined concept in nonrelativistic theory, but it is not categorically applicable in relativistic theory.
Therefore this paper also discusses the circumstances in which the concept of a Compton profile is
well defined also in a relativistic context.

I. INTRQDUCTION

Methods that give information about the electronic
structure of atoms, molecules, snd solids are of special in-
terest. A method that offfers a sensitive probe of electron-
ic structures is Compton scattering. The reason for this
is, so far as nonrelativistic theory is concerned, that the
differential cross section is simply proportional to the
Compton pro6le'

J(p, )=f f dp„dp Ett(p) . (1)

Here, p(p) is the momentum density of the electron sys-
tem before scattering and p, is the component of the elec-
tron momentum along the scattering vector. This pro
portionality can be shown within the so-called impulse
approximation. ' The Compton profile J(p, ) is of cen-
tral importance because J(p, ) is directly related to the
momentum density p(p), and consequently constitutes a
good test of the accuracy of diferent wave-function mod-
els. Furthermore, J(p, ) represents the form in which re-
sults of experiments often are presented.

In the impulse approximation it is assumed that the
6nal-state wave function of the excited electron may be
approximated by a plane-wave state. This approximation
is justi6sble when we also assume that the energy transfer
to the electron is so large that binding effects are negligi-
ble. A very good approximation due to the plane-wave
expansion of the initial wave function and the plane-wave
approximation of the final state is obtained by letting the
potential be canceled out of the energy for an electron in
some initial plane-wave state

l
p& and final st~t~

I
p'&.

This means that an electron in some of these initial
plane-wave states

l p) is assumed to have the same po-
tential as in the final state

l
p'). This latter assumption

is a central point in the impulse approximation.
A nonrelativistic description of Compton scattering

can be applied to x rays below roughly 15 keV. In this
energy range relativistic e6'ects are negligible. However,

y rays in current use have considerably higher energies
than 15 keV. The advantage of using y rays is that the
energy transfer to the electron is large enough to allo~

investigations of both heavy and light elements. Methods
using x rays are disadvantageous in that attempts to en-
sure the validity of the impulse approximation are limited
to the investigations of light elements.

A complication stemming from the y-ray technique is
the possibility of large energy transfers which require a
relativistic treatment of the differential cross section.
Calculation of the relativistic difFerential cross section for
inelastic photon scattering against a bound-electron sys-
tem follows general principles which are well known. "
Even if approximations are made, such calculations
would be a heroic undertaking. For this reason, Eisen-
berger and Reed proposed a "heuristic" approach.
Starting from the cross section for scattering of photons
by free electrons, i.e., plane waves, available in a closed
analytical form, "' they introduced the relativistic
momentum density p(p) as follows. If the binding eH'ects

are ignored, the problem can be seen as that of scattering
against a stationary wave packet composed of plane-wave
states, and where p(p)d p can be regarded as the proba-
bility for scattering by the plane-wave state

l
p). The

cross section may then be written as an integral over each
plane-wave state times the weight factor p(p). The cross
section now will be di8'erent from the expression given by
Jauch snd Rohrlich, by an integral over the momentum

p of the momentum density Eo(p) for the initial state times

p(p). The expressions also diff'er by a factor that arises
from the choice of the flux factor. The choice of the flux
factor in the expression of Eisenberger and Reed (IE: /Eol
has been replaced by 1) is properly revised. The result-
ing form, however, still is relatively complicated. Eisen-
berger and Reed therefore have chosen the scattering an-

gle 8' to be 180, which simpli6es the algebra consider-
ably. In particular, this choice has the e8'ect that certain
factors can be moved outside the integration over p so
that the conventional concept of a Compton profile sur-
vives also in a relativistic context. However, in order to
minimize backscattering from the chamber, experiments
often are performed at lesser angles. Thus, the derivation
of a more general expression, valid for 0'&180', seems to
be an important problem. This problem has also been
solved.
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The "heuristic'* approach of Eisenberger and Reed has

been elaborated by Ribberfors. He made a successful
choice of coordinate systems that solves many of the
diSculties brieAy mentioned above. After some algebra,
an expression results for the difFerential cross section that
is valid for all scattering angles. Using partial integra-
tion, this expression can be approximated to a quite sim-

ple form, and within this approximation the Compton
profile is a well-defined concept for all scattering angles.
The resulting expression for the difFerential cross section
and its approximated form, derived by Ribberfors, is dis-
cussed in more detail later.

The heuristic approach, proposed by Eisenberger and
Reed, and elaborated by Ribberfors, gives results that
agree very well with empirical results. The purpose of
the work presented in this paper is to verify this heuristic
approach. Furthermore, to obtain the Compton profile,
an approximation must be carried out. Therefore the
concept of a Compton profile in a relativistic context is
also discussed here. Since researchers now analyze
empirical findings expressed as Compton profiles and
continue to report Compton profiles with increasing ac-
curacy, it seems important to study the following ques-
tion: %hen is the Compton profile an applicable con-
cept?

In Sec. II we review the difFerential cross section as
defined by Ribberfors. In Sec. III we start with general
relativistic central-field Hartree-Fock bound states to
derive an expression for the difFerential cross section that
is more general than those previously used. In Sec. IV
our expression is compared to the Ribberfors expression
for some scattering angles and energies of the incoming
photon. In Sec. V we investigate at what point the
definition of a Compton profile is significant in a relativis-
tic context. Section VI contains a summary.

K = —m".x =Em —p-k,
K' = n—"a' =Eco' p—k' =K —ci)o1'( 1 —cos8' },
X(K,K')= E E'

K
2

(4)

+2' 1 1

K K'
1 1

+m E K'

( 2+p 2)1/2

( 2+p I2)1/2

(6)

and 8' stands for the scattering angle. This formula de-
scribes an experiment with colliding beams, where the
polarization of the photons is not observed in either the
initial or the final state.

The present paper's interest will focus on the
differential cross section for the scattering of photons
against bound electrons, characterized by the momentum
density p(p). Applying the heuristic approach of Eisen-
berger and Reed to Eq. (2) the cross section can be writ-
ten as

X KK'
o=m ro I d k'd p'd p ', , p(p)5(p+k —p' —k')

X5(E+o2 E' co') —. —

The fiux factor K/Eo2 in Eq. (2) refers to colliding beams,
and has therefore been replaced by l.~ Knowing that
d k'=co' do2'dQ', after an integration over p' we can
write the difFerential cross section as

m"o~' i. , X(KK )

1co'd Q' 2' " EE'd p

pX(p )5(E + o1 E' o2') . — —(9)

II. RKI.ATIVISTIC CROSS SECTION
FOR ISOTROPIC SYSTEMS IN THE MOMKNTUM-

DKNSITY APPROACH

o =m ro I d k'd p', , X(K,K'}5(p+k—p' —k')

x 5(E +co E' co'), — — (2)

Throughout this paper we use natural units, i.e., c =1
and fr=i. Compton scattering involves an incoming
photon and an electron in the initial state, which we
characterize by the four-vectors ~=(k, ice ) and

=(p,iE), res. pectively. Here k stands for the wave vec-
tor or the momentum, and co for the frequency or the en-

ergy of the photon. Furthermore, p is the momentum
and E the relativistic energy of a free electron. After
scattering, we characterize these by 11'=(k', ice') and
vr'=(p', iE'), respectively. These designations are used in
the following descriptions. In Ref. 6 (Jauch and
Rohrlich ) the following expression for the total relativis-
tic cross section for scattering of photons against free
electrons can be found:

where

E =E(p)=(m +p )'/

q =
i
k —k'

i
=(cu +a)' —2coa)'cos6}')'/

X;„,(p) =2+F I [(E D —W) H]— —

[(E D)2 H2] —1/2I

(12)

m4+, (E D W)[(E D —W—
2 ——H']-'"—

, (E —D)[(E —D)' —H'] —'",

Inside the integral in Eq. (9), the angle dependence in

X(K,K') will cause some trouble. However, if the
momentum density is isotropic, the integral in Eq. (9) can
be transformed into a form that solves the problem. A
convenient choice of coordinate systems can be per-
formed in such a way that one overcomes the problem of
angle dependence. This has been done by Ribberfors,
and after some algebra the result can be written as

m'ro~' „X,„,(p)

d 'dQ' 2 q 11 I E(p)
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A = A (p) = [—(co c—o')E (p) c—oco'(1 —cos8') ],
D =D(p) = —(co c—o'cos8') A (p),

H =H (p) = sin8'[p —A (p) ]'

(14)

where

R 8'
2 1 1

+Pl 4 1

R

W =co'(1 —cos8'), (17)

and

R = co[ E( p, ) D—(
~ p, ~

)] (27)

ip, i
=

i A(p, )
i

= —[(co—co')(m +p, )'i

—coco'( 1 —cos8') ] (19)

R '=R —coco'(1 —cos8') .

We will return to expressions (10) and (24) when we are
able to compare them with the one that we derive in this
paper. [Note that when we write "the Ribberfors expres-
sion" or "the Ribberfors method" we are referring to Eq.
(10) and not Eq. (24).]

1 02
pz = —(co—co ) +

2 4 2coco'(1 —cos8')
(20)

The expression in Eq. (10) is valid for any given isotropic
momentum density p(p) of the nonperturbed system.

The last equation, i.e., Eq. (19), follows from the con-
servation of momentum and energy. The condition in

Eq. (19) allows one to choose a relationship between p,
and m'. The relation usually chosen is

' ]/2

III. RELATIVISTIC CROSS SECTION
FOR GENERAL RELATIVISTIC CENTRAL-FIELD

HARTRKK-FOCK BOUND STATES

In this section we derive an expression for the
dift'erential cross section in a more rigorous way than has
been done in previous works within this field. %e use the
impulse approximation and a general relativistic wave
function in the central-6eld approximation that can be
written in the following form:

which also can be written as

(/g+(g'/(' —m co'/g)'i' when p, )0
co'= mco/[co(1 —cos8')+m ] when p, =0

g/g —(g /g —m co /g)' when p, g0 .

(21)

0 y I'(8$)
if.~, (r) y j (8 y)

(29)

where n, I, j, and m are quantum numbers. The number
I' can be expressed in terms of the other numbers as fol-
lows:

The quantities g and g are derived from the following
equations:

I +1 when j=I +1/2 (I )0)
I —1 when j=l —1/2 (I )0) . (30)

and

(=co E(p, )(1 cos8')+coE (p—, ) —cop, cos8'

(=[co(1—cos8')+E (p, )] —p,2 .

(22)

(23)

The function y~I' can be written as

yji'(8, $)=(2l +1)

(I +mal+1/2)' 1'I ~,/2(8, $)

0
Gfco JO

m ro2co' X;„,( i p, i )
(24)

The above choice causes p, to increase when co' increases.
As mentioned in Sec. I, a relativistic expression con-

taining the Compton profile would be of interest. Such
an expression can also be developed from Eq. (10). After
a partial integration, we are able to find the following ap-
proximation of the expression in Eq. (10):

(I m& + 1 /2) Fi ~ + ~ y2(8& P )

when j =I +1/2 and

y,I'(8,$)=(2l+1)
—( I —mI + 1/2) '

Y( ~,q2( 8, p )

(I +m + 1/2) F~ ~g2(8 p)

(31)

(32)

J(p, )=f 2mp(p)p dp,

i.e., the Cornpton proQe for the isotropic momentum
density. The factor X;„,( ~ p, ~

) can be rewritten more
simply as follows:

when j =I —I/2. Here, FI ]/2 and r$ +]/2 stand

for the spherical harmonic function.
At this point we will define some expressions and show

some relationships which will be useful later. The
momentum transform of the initial wave function
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3/'2

1

2 , re 'P' r (33)
~=iy4y=iy4(yl yi, y3), (39)

will enter into the calculations. Here, the initial wave

function g;(r } represents a relativistic central-field

Hartree-Fock bound state, which can be written in the
form given in Eq. (29). Owing to that, we define the fol-

lowing functions:

' 3i'2

1/2

A(t)=g 1
(g e(u)ei tk r —ru()

2Vm

&(a)e —i[k r —cot) y+Qg~E, e (40)

1
X„(,(p) =4m

and

1
X„(,(p) =4ir

I G„, (r)j, .(pr&r dr
0

' 3l2

I~I r jI'Sr r r,

(34)

(35)

y„(p=1,2, 3,4) stands for a gamma matrix, V is the
(normalization) volume, and e'~' is the polarization vec-
tor of a transverse photon. The operators 8& and 8 & in

Eq. (40) are, respectively, the usual annihilation and
creation operators for a transverse photon.

In the Dirac theory, Compton scattering is described
by second-order perturbation theory. The second-order
transition amplitude SI (~) can be written as

where G„I (r)=rg„&J(r) and F„ij(r)=rf„l&(r).Here, jr and

j, stand for the spherical Bessel function. Using the

spherical harmonic expansion of the function e
which is well known, ' "and the wave function in Eq.
(29), we can develop an expression for the momentum

transform from Eq. (33). Due to the orthonormalization
of the spherica1 harmonics, we are able to show that the
momentum transform of the wave function in Eq. (29)
can be written as

Sf"(~)= —g I'« I'«'& j I N, (t)
I

n &

Xexp[i(eI e—)t]„

x (n
I
Pt(t')

I

i &

P.IJ,.(p) = ( i )'X„(—(I)p

( —i) &X„&i(p) y, ,j (8 p } Xexp[i (e„—e; )t'], (41)

where p, 8„, and P are the spherical coordinates in

momentum space. Using the addition theorem of spheri-
cal harmonics, ' '" we are also able to show that the
momentum density for a completely occupied shell can
be written as follows:

(37)

where m runs from —j to j. This is the momentum den-
J

sity for bound states that ought to be used in Eq. (10).
Let us leave this for the moment and proceed to the main
problem.

In the Schrodinger theory, the coupling between the
electron and the photon gives rise to a perturbation po-
tential containing A and p. A terms plus spin-orbit cou-
pling. In the Dirac theory, all this is reduced to a. A,
~here u is a matrix and A refers to the quantized trans-
verse electromagnetic Geld. If we use the notation used

by Sakurai, the perturbation or interaction potent;ial can
be written as

Pt(t) = —ea. A{t),

where
I f &, I

n &, and
I
i & represent the final, intermedi-

ate, and initial states, respectively, and v is the time dur-
ing which the perturbation acts. Here, e&, c„, and c.;
stand for the total relativistic energies of the electron sys-
tem in the final, intermediate, and initial states, respec-
tively.

The scattering process occurs instantly, and because of
that, the nonscattered electrons are assumed to have the
same states, i.e., wave functions, in the initial and the
final states of the system. Evidently, we just have to con-
sider the electron that is involved in the scattering pro-
cess. Furthermore, the electron and the photon operate
in different subspaces, which in this case means, so far as
the photon is concerned, that we can ignore the inter-
mediate states. If we make g characterize a wave func-
tion of an electron,

I y& the initial photon state, and

I
y'& the final photon state, we can write Ii &,

I
n &, and

If & as I 4& ly& Iit. & and III& ly'& respe«iveiy.
Letting 8 and 8' stand for the annihilation operator of
the incoming photon and the creation operator of the
scattered photon, respectively, the only contributions
come then from the matrix elements {y'

I
8 &

'
I y & and

(y'
I
a ' 8

I y &, so far as the photon is concerned. Thus
if we denote the polarization vectors of the incoming
photon and the scattered photon by c and s', respective-
ly, we can readily formulate the second-order transition
amplitude SI; '(r) as
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Xexp[i ( sI —e„}t+i ( e„—s; )t '], (42}

~2

2 V e)co' f dt f dt'[C (B,k, k', co,~', s, s')+C (H, —k', —k, —co', —co, s', s)],
0 0

g(2)(r) (43)

where cI, c,„,and c; are the total relativistic energies of the electron in the final, intermediate, and initial states, respec-
tively. Using operators of the form e' ', where 8 is the (relativistic) Hamiltonian of the electron, we can put the ex-
ponential energy factors inside the transition matrix elements and sum up the intermediate states. Due to the complete-
ness of the intermediate states, this operation gives the following elaboration of Eq. (42):

' 1/2

where

(H k k ~ et & e ) ( g ~

eiHt(a. e)el(k r cot)e iH—teih—t (a.s')e —i(k' r —cu't')e t Ht'
~ y

—)' (44)

Knowing that the energy operator H can be represented by 80+ V(r), where Bo is the Hamiltonian of a free electron,
and V(r) the potential, we can make an approximation; the operator e' 'can be approximated as follows 0

e' '=exp(iAOt)exp(i 'Vt) . (45)

This also implies that the approximation to e ' ' ought to be written as exp( —iVt)exp( —i8ot). (The sequence of the
operators is important. } Applying these approximations in Eq. (43), we are able to show that the potential vanishes.
Since e' ', for instance, commutes with e'"', e '" ', (a e), and (a s'), we can make the potential cancel out. This is the
central point in the impulse approximation. Thus Eq. (43) can approximately be written as

' 1/2

5(2)(r) e 1

2 V AM? f dt f dt'[Co(HO, k, k', tt), to', s, e')+Co(Ho, —k', —k, —co', hatt, a'—,e)],
0 0

(46)

where the matrix element Co is defined by Eq. (44).
[Note: The interpretation 8'P=eitt, where 8=So+ V(r),
is correct if the one-electron wave function t/i stands for a
wave function in the central-field approximation. ]

The operators containing 80 do not commute with
e'"', e '"', (a e, ), or (a s'), and therefore Eq. (46} will
cause a problem. This problem can be solved using plane
waves, resulting in the possibility of moving the exponen-
tial energy operators outside the transition matrix ele-
ments. This is realized by expanding the initial state of
the electron in plane waves, inserting a complete set of
plane waves as intermediate electron states, and then as-
suming that the 6nal state of the electron is a plane-wave
state. The first two steps are in no way approximations
but the third step is. In the attempt to get reasonable cal-
culations, we must approximate the final state by a plane
wave. The error that might arise from this approxima-
tion ought to be more signi6cant than the error due to
the approximation in Eq. (45). This is so because the next
term that will add to the approximation in Eq. (45) car-
ries a factor e, since the Coulomb potential contains
e .' However, the plane-wave approximation will be ac-
curate when the energy transfer to the electron is large
enough in comparison with the binding energy of the ini-
tia1 state. This is accomplished for y rays, except when

(47}

where

VE f d'r u"' (p)e '~'f (r) (48)

Pl
Ps VE f d'r U" (p)e')"g, (r),

the so-called E edge is approached.
In accordance with the plane-wave exposition above,

we will now introduce a plane-wave expansion of the ini-
tial state and plane waves as intermediate states. %e will
use the notation put forth by Sakurai. The spinors to be
used are the electron spinor u "(p) and the positron spi-
nor v "(p},where s =1,2. We can also use the electron
spinor u'"(p), where r runs from l to 4. Here, u' '(p)
and u' '(p) refer to the negative-energy solutions. How-
ever, the erst two spinors likely represent the physical
picture better than the last two. Therefore, we expand
initial state as follows:

1/2

[A,u "(p)e't"+B,u "(p)e '&'],
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and E is the relativistic energy of a free particle, i.e.,
E =(m +p )'~ . The complete set of intermediate states
would consist of the plane waves

plane wave (m IVE')' u' '(p')exp(ip' r).
Let us now use the plane-wave approach above to ela-

borate Eq. (46). Knowing that

(m /VE" )
' "u '"'(p ")exp(ip ".r )

u(s)(p) eiP r . Eu(r)(p)eiP r (50)

(m/VE")'i'U' '(p")exp( —r'p". r) .

Here, in order to separate the energies, the momentums,
and the spins, we use the notations E", p ", and s" for
the intermediate states. Returning to the final state of the
electron, the Snal state is simply approximated by the

8 U "(p)e 'P'= —EU "(p)e (5 l)

the intermediate states properly used will give the follow-
ing elaboration of Eq. (46):

f dt f dt [C)(i~ik ~~, e, e )+C)( —~, —k, —co, —co, e, e)],0 0 (52)

where

C)(k, k', ro, to', e,, e') =g
P, S P ,S

1/2

„[(u'e' '
~
(a e)e'"'

~

u "e'p ')

&&(u"e'p '~ (a s')e '"'~ g ue'p'e
PS

Ue
i p rei—Et') ei (E' cu E )—rei—(E""+cu )('

PS

+ (u'e'p '
~

(a.e)e'"'
~

U "e 'p"')

&&(U"e 'p '~ (a e')e '"'~ A, eu' 'e

—i p riEr' ) i (-E' co+E")re i( E"+ co')(' q— —
PS

(53)

Here we have used the simpler notations u, U, u', u", and U" instead of u "(p), U'"(p), u' '(p'), u" '(p"), and U' '(p"),
respectively.

An integration over t and t in Eq. (52) gives some Dirac 5 functions if we let r~ 0(). The only 5 function of these
that will give a nonzero contribution is 5(E'+ to' E —rr) ). Using t—he 5-function representation

t~ oo 'fFX

we can do the approximation

(54)

I
'dt f 'dt's i~r i~ r rr

5
''+~

0 0 I GP 2

if r is large. Thus by integrating over t and t the remaining part of Eq. (52) will eventually be
' 'i/2

t7re l
2V QPN

[Cp(k, k, co, co, e, e )+Cp( —k, —k, —co, —co, E,e)),
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Cz(k, k', co, ~', e, e') =g
P,S P, S

(u'e'"
~
(a e)e'"'

~

u "e'~ ')

X(u "e'~ '~ (a s')e '~'~ A, ue'~')

(u'e'~ '
~
(a e)e'"'

~

U "e '~ ')1

a)' —E"—E

X(U"e-""((ae ).-'"'~ ~„.' )

E'+co' —E —co

2

The part that contained 8&, has vanished, as it ought to
have done. Strictly speaking, we cannot have a transition
from a positron to an electron state.

Let us now take a look at the cross section. The transi-
tion probability P can be written as

P
[
g(2)(r)

(

2

S = y y —
~ S,'P(r)~ ' .

p', s' ic'

(59)

Here, we have for the moment ignored the possibility for
the scattered photon to accept diferent polarization

If we sum up all possible state that the scattered electron
and the scattered photon can accept, we obtain the total
transition probability

a=@ y —~S,", ~(r) ~', (60)
p', s' k'

where Sf;'(r) is given in Eq. (56). Using Eq. (33) we can
rewrite Eq. (48) as

m
Ps Vg

u'" (p)(2~)'~'P;(p) . (6l)

If we use this and the well-known integral representation
of the 5 function, we obtain the following expression for
the cross section from Eq. (60):

states. The total cross section can be obtained from Eq.
(59) if we divide by the incoming Iiux. In this case, the
flux is simply I/V. Thus the total cross section can be
expressed as follows:

cr =—g —g g—,, ~
C3(k, k', co, co', e, s')+C3( —k', —k, —co', —co, e', e)

~

1 2m'e'm'
V, V ~, , w a)o)'E' (62)

C, (k, k', co, a)', e, e')= —g —g g(2n. ) „, „[u' (a e, )u "][u"(a e')u]5( —p'+k+p")

X5( —p"—k'+p)+, „[u't(a.e)U"][U"t(a e')u]

X 5( —p'+ k —p" )5(p"—k'+ p)

X [u g;(p)]5 (63)

Th«un«ion 5[(E'+co' E —co)/2] is ob—tained from the 5-function representation in Eq. (54). Let us consider the
«nct&on

~

5[(E'+co' E —co)/2]
~

. Acc—ording to Eq. (54), we can do following approximation:

E +co —E—6P
5

' —2 E'+ a)' —E —co
sin

when r is large. The 5 function can also be represented by



37 RELATIVISTIC COMPTON CROSS SECTION FOR GENERAL. . . 3713

5(x)= lim- sinf ~x)
7~oo F 'TX

(6&)

which gives following approxiinate form of Eq. (64):

5
E +6) —E —QP (66)

lim —g =1

v-~ V
P

for an elaboration of the cross section in Eq. (62). Due to Eq. (67), we receive one integral over p and one over p".
Thus, using Eq. (67), after an integration over p and p", we can use Eq. (66}and obtain the following result:

~= f d'k' f d'p', , g I
C4(k, k', ~,~', e, e')+c, ( —k', —k, —~', —~,e', e}

I

'5(z'+~' —z —~),

(Note: If 2 had been placed outside the 5 function earlier, i.e., in Eq. (64), we would not have received the correct ap-

proximation of
I
5[(E'+co' E ——co)/2] I

~ in Eq. (66).) Let us now use Eq. (66), and the well-known rule

3
1 (67)

(68}

where

Nl
C4(k, k', ai, co', e, e')=g „, „[u''(p')(a e)u" '(p")][u' 't(p")(a e')u "(p)]

$,$

+, „[u' ' (p')(a e)U' '( —p")][U' '
( —p")(a e')u'"(p)]

X[u" (p)P;(p)],

p=p'+k' —k, and p"=p —k'.
The quantity C4(k, k', co, co', e, e') can be simplified if we

make use of the trace techniques put forth by Sakurai.
If we also make use of the identities n=iy4y and
p"=p —k', we can show that

where

, r.(y e) 8+ (y e')
F K 2'

C4(k, k', a), co', s, e'}

Pl= u "'"(p') , y4(y e) 8+ lP K

K'K 207

l f'K
y4(y e') 8 — (y s),

Z K 2' (72)

X(y e')8r4 g;(p), (70)
v stands for the four-vector (k, ice}, and ro for the classi-
cal radius of the electron. In line with the trace tech-
niques, we can show the following:

where 8 =(m i y m)/2—m Here, y,. m., and a' stand for
the four-vectors (y, y4), (p, iE), and (k', i co' },respectively.
Thus knowing that d k'=co' de'dQ' and using Eq. (70)
we can elaborate the following diff'erential cross section
from Eq. (68):

X I

u" ' (p')»rA;(p)
I

'=Tr[q';(p)M]

d cT

dc' dQ M =(»r4) 8'r4»r4, (74)

)&5(E'+co' E —co), —and '0;(p} is simply the matrix P,.(p)l(;(p). Here, 8'
stands for (m —iy n')/2m, where m' is the four-vector
(p', iE'). Thus using Eq. (73}we can write the differential

(71) cross section as
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d 0
dQ) dQ

1

I d'p Tr[4, (p)M]
CO

x 5(E'+co' E——co),

m.

i X„I (p)
i

(1+y4)1 2j+1 G

+
~

X„ij-(p)
~

'(1 —y4)

owing to Eq. (71). Here, we have used p'=p+k —k', al-
lowing d p' to be replaced with d p, since k and k' are
constant during the integration.

The remaining task now is to calculate the trace in Eq.
(75). In the present paper we restrict the calculation to
completely occupied shells. Thus, letting 1t;(p) stand for
the momentum transform of a relativistic central-field
Hartree-Fock bound state given in Eq. (36), we are able
to sum up m~. Hence, we must consider the following
trace:

+ XGi)—(p)X„),(p)i (y p)y4

where the positive sign is valid when j =I +1/2, and the
negative when j =l —1/2. By using Ref. 9 we can show
that 8 =y48y4, BB=8, By~8 =(Elm)8, and

By48y48 =(Elm) B. If we use this, Eq. (77), and the
identity i (y p)=m +y4E —2mB, we obtain the follow-

ing from Eq. (76):

QTr[%', (p)M]=QTr[%;(p)(NBy4) 8'y4NBy4]
—+1

i X„ij(p) i

'

=Tr yP'By4 QP.(, ,(p)4'.IJ,(p)

X y,a'Ã'8'

+ ——I
I

X".1, (S» I

'

+ —2~ X„(,(p)X„(,(p)

&& Tr(y4NBy4N"8') . (78)

Using the expansions given by Merzbacher (Ref. 10, p.
187) we can show that

The fact that p can be written as E —m allows us also
to write Eq. (78) as

g Tr[%,(p)M] =-12j+1 E m

2 8m m F
J

1/2 ' 1/2 2

X„~J(p)+(—1) 1 ——
X„& (p) Tr(y4NBy4N 8') . (79)

The matrix y4XBy„X 8' involves several y products.
The trace evaluation of this matrix requires the use of
some tricks. %e are also able to use the identities
p'+k' —p —k=O and E'+m' —E —co=0 to simplify the
evaluation. Here, however, we simply introduce the re-
sult, which is

Tr( y 4NB y 4N 8') =X(p, p' )

1 K K'
2 K+K

(e p)(e' p')
+2 (e e")+-

K

0'

dco dO

2"o~ I d3 m, 2J+1
p~p

1/2

1+— X„l)(p)

' 1/2 2

+( —1) 1 —— X„()(p)

completely occupied shell can be written as

(e p')(e' p)
K

&& 5(E'+co' E —co) . —(81)

where K = —m'x and K'= —m'a'. Thus, owing to Eqs.
(75}, (79}, and (80), the differential cross section for a

%'hen the polarizations of the photons are not ob-
served, we must sum up the final polarization directions
and average over the initial polarization directions. By
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doing this in Eq. (81), we get another so-called X factor,
instead of X(p, p') above, and that will be precisely the X
factor X(E,E') given in Eq. (5}. The only angle depen-
dence in Eq. (81) comes from the X factor, which we now
interpret as the factor X(K,K'). Owing to that, we can

repeat the calculation of Ribberfors, which resulted in
expression (10}. Hence, proceeding from Eq. (81), we can
immediately write a corresponding expression which
reads as follows:

d 0'

de) dQ
0 + t~ 2J+1

2m
2coq lu I E(p) Sm

1/2 2

I„IJ(p) p dp, (82)

where q, Xi„,(p}, and
~ p, ~

are given in Eqs. (12), (13),
and (19), respectively. As before, the positive sign is valid
when j=I+1/2, and the negative sign is valid when

j=I —1/2. The expression in Eq. (82) is the important
one in the present work. It allows us to calculate
differential cross sections for arbitrary completely occu-
pied shells. To obtain this expression, which is more gen-
eral but just as simple as those previously used, we simply
apply the so-called impulse approximation.

Let us complete this section with some remarks con-
cerning incompletely occupied shells. The outermost
electrons in an atom usually form an incompletely occu-
pied shell. Expression (82) is valid only for completely
occupied shells. However, we can make use of the
knowledge that an electron outermost in an atom has a
small binding energy, and due to that, a widely spread
probability density

~
g(r)

~
in coordinate space. If the

probability density
~
P(r)

~
is widely spread in coordi-

nate space, the corresponding momentum density

~
tP(p)

~
will be well localized in momentum space. This

means, for instance, that the Compton pro61e for outer-
most electrons is bigger than the Compton profile for in-
nermost electrons near p, =0, i.e., the Compton line.
Near the so-called K edge, the opposite is true. This fact
allows us to treat the outermost electrons more freely.
Previously used forms for the differential cross section
have proved to work very well near the Compton line. '
This will also be the case for our expression, i.e., (82), as
will be shown indirectly in Sec. IV. Equation (82} difFers
very little from expression (10) near the Compton line.
Since all forms for the cross section contain the momen-
tum transform or density, the contribution to the total
cross section from the outermost electrons will just be im-
portant near the Compton line. Consequently, so far as
the outermost electrons are concerned, we are able to
freely choose a method that only needs to work well near
the Compton line. Furthermore, due to the small binding
energies of these electrons, we are also able to choose a
nonrelativistic momentum transform and density. If we
consider metals, for instance, we can use expression (10)
and assume a nonrelativistic Fermi distribution. %e can
also use the expression for the relativistic differential
cross section for anisotropic systems, elaborated by Rib-
berfors. ' lf we are dealing with materials other than
metals, the last expression for anisotropic systems will be
the one that we ought to consider.

IV. VALIDITY OF THE MOMENTUM-DENSITY
APPROACH

In this section we compare our expression in Eq. (82)
with the Ribberfors expression in Eq. (10}. The compar-
ison carried out will concern hydrogenlike systems (in the
ground states). For that purpose we need the momentum
transform of a hydrogenlike system. The relativistic
wave function of such a system, and its momentum trans-
form, can be found elsewhere. ' Here, due to Eqs. (34),
(35), and (37), we define only the radial part of the
momentum transform, which reads as follows:

X ( (p) =—X(p)sin[(y+2)x],
1

1,0, ~ p
(83)

X )(p)=X(p) (p +p')'~ sin[(y+1)x]1/p
10~

p QZp

—cos[(y+2)x] (84)

where

X(p) =Sn C~
2m

' 3/2

pal (y+2)(p2+p2) —(y+2)/2

C.=2
I (2y+3)

' 1/2

(86)

y=[1—(aZ) ]' —1, (87)

P= m aZ, x =arctan(p/P), Z is the atomic number, and
stands for the fine-structure constant. Thus the

momentum transform above belongs to the radial wave
function for a hydrogenlike 1s state. The binding energy
esd of this (ground) state is simply lsd ——m(y+1). This
energy indicates the so-called K edge of the 1s electron.

If we use the momentum transform above in Eq. (10)
and (82), we obtain results that difFer very little for
moderate values in

~ p, ~, smaller than or comparable to
approximately 100 a.u. This can be seen in Fig. 1. The
figure shows the difference between expression (82) and
(10), when compared to our inethod. In other words, it
shows the relative deviation of expression (10) from ex-
pression (82). The relative deviation (in percent) is here
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data. For this reason, expression (10) would be accurate
enough for most purposes.

The small difference between expressions (10) and (82)
that Fig. 1 clearly shows can be explained in a more
theoretical way. This can be done by reviewing the
definition of the wave function, and then upon only the
radial part. The radial parts 6„&,(r) = rg„,,(r) and
F„I/(r) =rf„&~(r) of the relativistic wave function are con-
nected to each other by two diff'erential equations. Omit-
ting the nlj index, these can be written as

1+—(j+—,
' )F(r) = —[e—V (r) m—]6(r),

dr r

According to Eqs. (34) and (90)„we can write Eq. (94) as

X (p)= — X (p),

which also can be written as

(96)X (p)= — X (p),

due to the identity p =E —m . Considering the case
when j = I ——,', and I'=1 —1 [see Eq. (30)], in like manner
we can show that X (p)=[(E+m)/ p]X (p) and
X (p)=[(E —m)/p]X (p). Here, we have to use Eq. (91)
instead of (90). Evidently, we can forinulate the following
two approximate relations:

G 1+( —1)—(j +—,
' )6 (r) = [e—V(r)+ m]F (r),

dr r
(89) X„I)(p)=+( —1) X„li(p) (97)

where c is the total relativistic energy of the bound elec-
tron, V(r) is the potential, the positive sign is valid when

j=I+—,', and the negative sign is valid when j =/ —
—,'.

[In a case where we make 6(r) and F(r) characterize the
radial parts of an atom other than a hydrogenlike one,
the potential V(r} has to be seen as some "eff'ective" po-
tential, consistent with the radial parts of the central-field
Hartree-Pock wave function. ] Now we interpret e as
E + V(r), which gives the equations

(90)

dG 1+( —1)—(j + —,')6(r)=(E+m)F(r)
dr r

(91)

I. 1d.j, , (pr) = j,(pr) — j—,(pr) . — (92)

Returning to Eq. (35), if we use Eq. (92), we can write ex-
pression (35) as

3/2

X (p)=4m.F 1

2m

oo I . 1 d.
X f dr rF(r) j I(pr) j—i(pr)——

0 pr p dr

A partial integration properly used in Eq. (93) gives the
following:

3/2

f — +—(j+-,')F(r)
o p dr r

Xj ~(pr}r dr, (94)

due to the fact that we are dealing with bound states.

from the differential equations above. The recent inter-
pretation or approximation of e, which causes the poten-
tial to cancel out, will give an interesting result.

We sre now able to 6nd some approximate relations
between XG(p) and X (p), and for the sake of simplicity
only one case at a time will be considered. The Srst will
be the case when j =I +—,', and I'=1+1 [see Eq. (30)].
The spherical Bessel function jI+ i(pr) can be written as"

and

(98)

where the positive sign is valid when j =I+—,
' and the

negative sign is valid when j =I ——,'. lf we now use these
relations in Eq. (82), the square inside the integral ean be
rewritten as 2[

~
X„& (p)

~
+

~

X„"I (p)
~

]. With Eq. (37) in
mind, the result will precisely be expression (10}. This is
the reason for the small difference between expressions
(10) and (82). Thus the momentum-density approach of
Eisenberger and Reed is not only adequate, but obviously
a very good one.

The interpretation of e as E+ V(r) will make the po-
tential cancel out in Eqs. (88) and (89). After some alge-
bra, this interpretation results in the Ribberfors expres-
sion, i.e., Eq. (10). The central point in the impulse ap-
proximation will be that the potential cancels out. Thus
we can indeed say that the "heuristic" approach of Eisen-
berger and Reed, resulting in expression (10}, is "in the
spirit of the impulse approximation. "

U. CONCEPT OF A COMPTON PROFILE
AND ITS VALIDITY IN A RELATIVISTIC CONTEXT

In Sec. IV we show that expression (10) ought to be ac-
curate enough for most purposes. In this section we are
able to test the validity of Eq. (24), in other words, to find
if the Compton profile is a we11-de6ned concept also in a
relativistic context. The interesting thing about the
Compton profile is its direct relation to the momentum
density, see Eqs. (1) and (25). It can give information
about the electronic structure of a material. For this
reason, researchers frequently present empirical results as
Compton profiles. Thus it seems important to investigate
the validity of expression (24). To study its validity, we
will use the momentum transform for a hydrogenlike sys-
tem de6ned in Sec. IV.

If we now repeat, with certain exceptions, the calcula-
tions from Sec. IV, using Eqs. (24) and (82), we obtain
larger diff'erences than before. Expression (24} gives a
larger cross section than (82). This is stated by the curves
in Fig. 2. The 6gure shows the relative deviation of ex-
pression (24) froin expression (82), i.e., the difFerence be-
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