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The self-energy correction for an electron bound in an electrostatic potential is examined in co-
ordinate space. The binding potential is assumed to be spherically symmetric and local but not
necessarily Coulomb. Subtractions that remove infinite renormalization terms and lower-order terms
are given as operators in coordinate space in order to facilitate numerical evaluations of the level
shift. This approach is expected to be applicable to calculations of finite-nuclear-size corrections
and electron-screening corrections to the self-energy, and to calculations of higher-order quantum-
electrodynamic corrections where the self-energy diagram is part of a more complex external-field

Feynman diagram.
PACS number(s): 31.30.Jv, 12.20.Ds

I. INTRODUCTION

It is well known that quantum-electrodynamic (QED)
corrections are an integral part of the theory of atomic
energy levels. The largest QED effect in most atoms
is the lowest-order self-energy correction, which corre-
sponds to the virtual emission and reabsorption of a pho-
ton by the bound electron. Even in the simple case of
an electron bound in a pure Coulomb field, the precise
theoretical determination of this correction has required
extensive numerical calculations. A number of methods
of formulating the numerical calculation of the electron
self-energy have been discussed [1-4], and numerical cal-
culations based on these formulations have been done re-
cently [5-7]. A necessary feature of any such work is the
subtraction of the infinite mass renormalization in such a
way that a numerical evaluation of the remainder is fea-
sible. In this paper, we provide a formulation of the self-
energy calculation for an arbitrary spherically symmetric

J

local binding potential in which the infinities associated
with mass renormalization are removed by subtractions
made 1n coordinate space. This work has two objectives
which have not been fully met by existing methods. One
is to provide a basis, that includes the region of low nu-
clear charge Z, for precise calculations of the self-energy
of an atomic electron bound in a field that is not a pure
Coulomb field. The other objective is to provide a basis
for calculations of the self-energy when it is embedded
in a higher-order Feynman diagram. The latter appli-
cation has been made with a preliminary version of this
method in a calculation of the electron screening correc-
tion to the self-energy, where the effect on the self-energy
from a correction to the Coulomb potential is evaluated
in first-order perturbation theory [8].

In a previous paper, the QED expression for the self-
energy correction, AFsg, has been written as the sum
AFsg = AE;, + AEy of a low-energy part AFE; and a
high-energy part AFy[3], where (in units in which h =
c=m,=1)

« @ En .
ABp = — B, - ;P/O dZ/dxfz/dx] #L(x2)a G(x2, X1, 2)a 6 (%)) (61 V3 - ¥, — Vhop)SbllEn = D)zai] )

and

AEy = 2

and where b = —i[(E, — 2)* + i6]1/2,Re(b) > 0, and
X321 = X9 — X1. In these expressions, ¢, and E, are the
eigenfunction and eigenvalue of the Dirac equation for the
bound state n, and G is the Green’s function for the Dirac
equation corresponding to the operator G = (H — z)71,
where H = a - p + V + 8 is the Dirac Hamiltonian.
The indices { and m are summed from 1 to 3, and the
index p is summed from 0 to 3. The contour Cy extends
from —ioco to 0 — ie and from 0 + i€ to +ioco, with the
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omi J, dz /dxz/dxl ¢L(xg)auG(x2,x1,z)a“¢>n(x1)e

(En — 2)2%z9y

b

21” _ om / dx 61,(x)Bn(x), )

z

appropriate branch of b chosen in each case. Notational
details are defined in Appendix A.

The expressions in (1) and (2) contain no assump-
tions concerning the external electrostatic potential ex-
cept that the spectrum of the Dirac Hamiltonian resem-
bles the Coulomb spectrum in a way that is evident from
the derivation in Ref. [3]. We shall assume in addition
that the orders of magnitude of the various Dirac opera-
tors for bound states of the external field are comparable
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to their counterparts in a Coulomb field to the extent that
the identification of lower-order and higher-order terms
made in the following discussion has validity.

The low-energy part in (1) is finite, so that subtrac-
tions are not necessary. However, it contains a finite
part of the renormalization, and the physical level shift
is smaller by a factor of order (Za)*. In order to identify
the physically relevant part of (1), we explicitly calculate
the lower-order terms in Sec. II.

The main focus of this paper is on the high-energy part,
for which we describe a method of isolating the divergent
terms and carrying out the mass renormalization in coor-
dinate space. A subtraction function is formulated that
allows the removal of the lower-order terms and the in-
finities associated with mass renormalization pointwise,
prior to carrying out the numerical integrations. Point-
wise subtraction is not necessary to obtain a finite result,
i.e., the subtraction could be carried out at a later stage
of the calculation, but it is found that early removal of
the problematic terms significantly improves the conver-
gence of the numerical integrations. This approach can

be extended to renormalize the self-energy diagram when
it is embedded in a higher-order bound-state Feynman di-
agram, and it makes calculation of the Fourier transform
of the wave functions unnecessary.

As a test case, this formulation has been applied to
the calculation of the high-energy part of the Coulomb
self energy. That work is planned to be described in a
separate paper [9].

II. LOW-ENERGY PART

The low-energy part of the self-energy is finite and can
be calculated to sufficient accuracy that it is not neces-
sary to subtract the parts that are lower order than the
physical result prior to integration. Methods of evalu-
ation of the complete low-energy part are described in
Refs. [3, 10, 7]. Those calculations are applied to the
Coulomb field case, but the formulation in terms of the
radial Green’s functions is applicable to a broad range of
spherically symmetric external fields. In particular, the
general expression for the real part of the low-energy part

is [3]

_
a o En g o0 2 s is
AEL = ~En~ ;P/ dz/ dmgf dz12? Y D fw2)G (22,21, 2) f(21) AY (22, 21), (3)
0 0 0 K ij=1

where f; are the components of the radial wave function, i = 3 — i, G¥ are the components of the radial Green’s
functions, and A% are functions that arise from the photon propagator. Detailed definitions of the notation are
given in Ref. [3]. The explicit low-order parts given in Ref. [3] apply to a Coulomb field, and the corresponding
generalization is derived in this section. It is of interest to identify the lower-order terms not only to isolate the
physical part of the correction, but also to verify that these terms cancel the corresponding terms in the high-energy
part. The identification of the lower-order terms made here is based on orders of magnitude that are valid for an
electron in a Coulomb field, but the calculations are done for an arbitrary external field. Some remarks on Coulomb
orders of magnitude are made in Appendix B.
To calculate the terms of order lower than (Za)?*, we write the low-energy part in terms of operators as [3]

a 1 klk,m 1
2 p dk = ( 6im — ! m
4’ Jick, k('"‘ k2 )<aa-p—a~k+V+ﬂ—En+k—-i6a > (4)

and expand the right-hand side of (4), neglecting terms that are higher order than first in V' and 1 — E;, or higher
order than second in a - p

AEL =2E, -
T

1 _ 1 1-E2
a-p—a-k+V+B—-E,+k—i6 2Enk 4k?

)(a'k—ﬁ—En+k)

—Elﬁ(a-k—ﬁ—En+k)(a-p+V)(a-k—ﬂ—E,,+lc)
—#(a.k—ﬁ—Eﬁk)a-p(a.k—ﬁ—En+k)a-p(a-k—ﬁ—En+k)+.--. )

Neglected terms in this expansion contribute corrections of order (Za)* In(Za)~? or higher. By dropping terms that
are odd in k, and taking into account the fact that

(En + B)a'|n) = o (En — B)In)

=o'(a -p+ V)[n) (6)
in estimating orders of magnitude, we find that the right-hand side of (5) has the same leading terms as
1 1-E? 1 2 2 2
— = 5n . k- . . - - 7
2Enk(ﬂ+E" k) + 7R 4k7[20 kp-k—2ka-p+2k*V +2(p- k)’ —kp°l+ (7)
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Substitution of (7) into (4) and integration over k yields
a
AEL = —[ 3En +(8) - 3(1- E3) + 5 (o - p)
+5 (V) = 3 (p*) + O((Za)* In(Za)™?)].
(8)

The replacements, based on the Dirac equation (see Ap-
pendix B),

1= E2 = (B) = En — (V) + O((Za)*),

(a-p) = E,—(B) = (V), (9)
(p*) — (a - p) + O((Za)?),
in (8) give

AEL= 2[EE.+ () + 1(V) + O((Za)' In(Za) ™)
(10)

The physical part of the low-energy part is thus isolated
in a function fr(Za) defined by

(Zo)?
n3

AEp = %(%En+%<ﬁ)+%<v)+ fL(ZCY))~

(11)

In a pure Coulomb field E, = (#), and this result coin-
cides with the earlier result specialized to that case [3].
The fact that this direct expansion procedure correctly
isolates the lower-order terms is related to the fact that
the low-energy part is written in the form of the Coulomb
gauge. It was recognized in early work by Kroll and
Lamb [11] that such an expansion can be employed in the
Coulomb gauge to obtain the lowest-order Lamb shift.
The analogous procedure in the Feynman gauge leads
to an expansion that does not converge due to infrared
photon contributions. Fried and Yennie encountered this
problem and identified an alternative gauge in which spu-

A—o0

rious low-order terms vanish [12].

The numerically significant part of the low-energy part
of the self-energy is calculated by evaluating the complete
expression for AE; in (3) and numerically solving (11)
to obtain fr(Za). In the cases where Z is small, this pro-
cedure entails substantial numerical cancellation, but it
has been demonstrated that such an approach is feasible.

ITI. REGULARIZATION

The high-energy part in (2) is only formal, in the sense
that each of the two terms is infinite, and the difference
is finite. To make the terms separately finite, a scheme
such as dimensional regularization, Pauli-Villars regular-
1zation, etc., is needed. In this work, the Pauli-Villars
method is employed [13]. It is implemented by making
the replacement

1 1 1
@?+1i6  q?+4+i6 2 AT+46

(12)

in the momentum-space expression for the photon prop-
agator. In coordinate space, this corresponds to the re-
placement

6-‘7121 e-—bl'2| e—berI
- _ i 13
o) Zg) I2] ( )
where
W= —i[(E,—2)2—A2+i6)"" Re(t')>0.  (14)

In this case, the mass renormalization term ém is given
by the corresponding term calculated with the regular-
ized photon propagator with the result

§m — sm(A) = %[g In(A2) + 2. (15)

The full regularized expression is then

AFy = lim [i/ dz /dxz/ dx, ¢L(x2)a“G(x2,x1,z)a“d:n(xl)
2mi Jey,

e~ brn e-—b"-'»'ﬂ
y ( — - ) - 6m(A)/dx ¢I,(x)ﬂ¢n(x)], (16)

which, added to the low-energy part AEp, yields the
finite physical result.

IV. SINGULAR TERMS

Although the integration over z in (16) is exponentially
damped at large |z| when z5; # 0, the unregulated in-
tegral is infinite, because the point z2; = 0 is included
in the range of the coordinate-space integration. To iso-
late the divergent terms, we examine the integrand in the
immediate vicinity of zo; = 0, and consider various ex-
pansions about this point. In particular, we employ three
expansions. First, the Dirac Green’s function in (16) is

[
expanded in powers of the external potential V:

G(xzvxlvz) = F(Xstlvz)
—/dX3F(X2,X3,Z)V(Xg)F(X:;,X],Z)

+-, (17)

where F(x2, X1, z) is the free-electron Dirac Green’s func-
tion. Terms not included in the expansion in (17), when
substituted into (16), give a finite contribution that is of
order (Za)*. The second expansion is the power-series
expansion of the wave function in (16):
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¢n(x1) = ¢n(x2) + (xl - Xg) -V ¢,—,(X2)
0 0

10 _ o1 m _ my_ Y
+3(z; — z3) (2" — 25 )62‘2 _—81';"

¢n(x2) +
(18)

where the indices I, m are summed from 1 to 3. This
expansion is made to take into account the fact that the
dominant contribution to the function at large |z| comes
from the region where z5, & 0. A series expansion of the
wave function to isolate the renormalization terms has
been employed in a calculation of the electromagnetic
self-energy of quarks in a cavity [14, 15]; special features
of the cavity potential considerably simplified that calcu-
lation, and a coordinate-space subtraction was not made.
The series in (18) corresponds to an asymptotic expan-
sion in |z|~! for the integrand of the integral over z in
(16), as suggested by the example given in Appendix C.
It also corresponds to an expansion in powers of p, and
to a certain extent, powers of Za. The third expansion
is

Vixsz) = V(x2) + - (19)

in the second term on the right-hand side of (17). Higher-
order terms in (19) correspond to commutators of V and
F. In the present approach, we isolate the terms cor-
responding to the first term in (17) and three terms in
(18), together with the second term in (17), the first term
in (18), and the term in (19). This group of four terms
contains all the divergences, and in the Coulomb case,
all the parts of order lower than (Za)* in (16). One of
the terms isolated here is finite, i.e., the first term of
(17) taken with the third term of (18), but it is of order
p? ~ (Za)?, and is removed to improve the numerical
accuracy at low Z. The terms listed above are calculated
exactly for an arbitrary spherically symmetric potential
in terms of expectation values of simple operators in the
following section.

The direct expansion of the high-energy part described
above correctly calculates the power series in (Za) up
to order (Za)?*, despite the fact that the expression is
written in the Feynman gauge. The spurious low-order
terms that appear in the expansion of the complete self-
energy in this gauge are not present, because the soft-
photon contributions that give rise to these terms are
isolated in the low-energy part.

V. CALCULATION OF THE SINGULAR TERMS

The singular terms defined in the preceding section are denoted by AE},

j indicates the order in the power series in (18).
The leading term is

AEL? = 2

27 Cu

where the free Green’s function

dz /dxz/dxl ¢L(x2)auF(x2,x1,z)a“q&,,(xz)(

i’j), where 7 indicates the order in V, and

e—bl‘gl

21 I21

—b’:r:;;
= ) , (20)

F(X2,xl,2)= ZlimOG(x;;,xl,z) (21)
is given explicitly by
F c 1 A
x5, )=l —+ = |ia- , 22
(x2,x1, 2) [(1‘21 + x§1> ia - Xo1 +ﬂ+z] pp— (22)
with ¢ = (1 — z2)1/2, Re(c) > 0. In (20), integration over x; is elementary,
e—bzm e—b'-‘l’zx 1 1
dx; F - = - -
/ X1 (XQ)XIVZ) ( Zo Zo ) (,8+Z) (b+C b/+c)! (23)
so that
1 1
AE(O'O):i/ d 20 — -5 |-
H mi Je, 2 (28— 2) b+c bV+ec (24)
Integration over z yields (see Appendix D)
1— 2
AEPD = 2 [(ﬂ) (1n(A2) -1+ zE" In(1+ E,E))
7r E?
3E2 -2 1-E}
2 n n 2 -1
-E, (;—In(A )+ 852 + 15 ln(1+En))+(’)(A )} (25)

The second term is
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—bza —b'zy
e e
_ . (26)
— 21 21

AEYY = _ﬁ_/ dz /dx2/dx1 ol (x2)a, F(xa,x1, 2)a" (x1 = x2) - V ¢n(x)
H 2mi Je,,

Integration over x; yields

e~ bt e~b'em i 1 1 c c
dx, F - - = —= - - . 27
/ X1 B, x, 2)(x) "“( z1 z, ) 3a(b+c Ve b+ o2 (b'+c)2> &0
Hence
1 1 c c
A(o,l)zg/ d: e _ - 28
A R A A Uil sl ol prwn (28)
and
6 —-3E24+7E* 1-E4
A (0,1) — a . 1 2y _ n n n 2 -y}, 2
Ey 7r(oz p) | 3In(A?) 24E,%(1+E,3)+ Yo In(1+ E?) +0O(A™Y) (29)
The next term
AEg)’z): i-/ dz /dx2/ dxi ¢ (x2)a, F(xa,x), z)a”
2mi CH
)it = ab)ep - o) LD g (e (30)
3T 2T 2500 Gzm On s T2, To91
is evaluated with the aid of
[ Pt~ e - o) [ St - ) < 54 0) (g - e ay
X1 2, X1, 2)(Z) — T2y — I a1 21 = 30m ‘ (b+c)B (b +c)3)’
to give
(0,2) a | 2 1 1
- _° 1 _ - 2
AEH pr V/C:Hdz 3<(2B Z)P > ((b+c)3 (b/+c)3>’ (3 )
with the result
(02 _ @] ooy ( 3+6E—Fy 1 2
e [(ﬁp >< s+ £ T ()
o [(6+3E2 + E2 1 ) _
P2 [ =2 — —— In (1 + E? O(A~Y]. 33

The last term is the correction linear in V,

AE(H‘,O)___ _.2-9__/ dz /dxz/dxl ¢L(x2)a“/ dx3F(x2,x3, 2)
e Ch

e—bl'zx e*'bl-‘tzx
xV(x2)F(x3,x1, 2)a’ ¢, (x2) ( - . (34)

I21 I21

In view of the operator identity

1 1 _ 2 1 (35)
Ho—2 Hy—z \OeHop—z—c¢ =0

the integral over the product of F’s is

[ dxs Fxaxs, ) F (s, x1, ) = (gmxz,xl,zm) , (36)

e=0

and so
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83 a -—bzn e—b’zgl
AE;_;‘O) — —ﬁ,/cl_’ dz /dxzjdxl cﬁ;(xz)auV(xz)(aF(xz,x],z+e)) “¢n(x2)( - P~ )

e=0
(37
Integration over x; according to (23), and differentiation with respect to ¢ yields
(1,0) _ @ 1 1 9 1 _ 1 38
ALy = T -/CH [(V) (b+c b +c) (v (28 - )) (b+¢c)2 @ +c)2)] (38)

and

AEG = %[(V) (%ln(Az) + 68_E§3 3:;3 In(1+ Eﬁ)) - <T§,'V> (2 - —E-fln (1+ E?,)) +0(A'1)]. (39)

The above terms are combined into a high-energy analytic part AE,, defined by
AE, = lim [AES”O) + AESY 4 AELD 4 AED® — sm(A) (ﬂ)] , (40)
— 00

where the last term is the renormalization term from (2). Taking advantage of the Dirac equation to replace (a - p )
by E, — (8) — (V), we have

o 2E? 3—18E2—13E* (1 - E2)(1 - 3E2) ,
AFa= ;{E"('3(1+Eg)> +(ﬂ)( 12E2(1 + E2) 4E3 Jin (1+ £2)

6+3E2+E: 1 ) B y
+(V)(6E,2,(1+Eg)_Egln(1+E") 5V 2+E21n(1+En)

6+3E2+ E, 1 3+6E2—E} 1
2 SO n T Zn 2 2 QT O98s — En 2
+(Eap?) (12E3(1+E3) 358 " (HE")) +(p >< IR R SO | R

The divergent terms vanish in the sum (41) as expected. The terms containing p® can be eliminated with the aid of
the Dirac equation identities (see Appendix B):

(Enp®y = En(E2— 1) = 2E2(V) + (E.V?),

(Bp?) = (B) (B = 1) = 2(V) = (BV?), )
to give
AEx= 2| E, (—6 _gg’z‘Ei[ T 2E§3 In (1+ EZ))
+(8) <(5+91E2:3;«3)3((31_+6£2,Z); Fa (1= E%;)g;: 3, (1+ Eﬁ))
+ (V) (2% - 54 In (1+E2)) <Eﬁnv> ( -2+ ﬁln (1+E3,))
+(EaV?) (%%% - ﬁln (1+ EZ)) +(8V?) (3’% ~ Elgln (1+ E?,)) (43)

With Coulomb orders of magnitude as a guide, but not assuming the Coulomb identity (3) = E,, we identify the
parts of AE,4 that are of order lower than (Za)* by expanding in powers of 1 — E2:

) RUIC A Sy

+(V)(E-2mm2)+ <E’iv>(2mz—2)+0((2a)‘*)]. (44)

AE =2
™

This expression is simplified by taking advantage of the facts that (see Appendix B)
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Ex(1- E2) = (8) - En—<v>+o< a)),
(B) (1= EZ) = (8) = En — (V) + O((Z2a)"), (45)
(£v) =)+ o(zar)
to obtain
ABa = Z[-8Ex — §(8) - F(V) + O((Za)")]. (46)

We note that the leading terms cancel the corresponding terms in the low-energy part.
In view of this relation, and the fact that the leading terms cancel in the total self-energy, it is convenient to isolate
the remainder of the analytic part in terms of a function fa(Z«) by writing

(Za)

AE, = %(-%En — 2 - Ly + 22l (2a )) (47)

It follows from (43) that

(Zoz)‘1 E?

facze) = 35 )+ 1= £ (2 4 w12

15+ 2662 —5E% 5 3E2
+<ﬁ)(l_E'2‘)( BRI+ B - apr ()

2 2 4
(V) ((3+$n2)((14:§;; ) %1 (1+E3,)> + <E£,,V> ( 2+%ln(l+E,2,))

6+ 3E2 + E;, 1 3+6E2—E} 1
2 n n 2 2 n n __ 2
+(EaV7) (1233(1+E§) 2% l“(l+E")) +{ ><3E3(1+E3)2 g (L+E) | (48)

The first term on the right-hand side is isolated to minimize numerical cancellations for small Za.

VI. CALCULATION OF THE SUBTRACTION FUNCTIONS

The singular terms identified in the preceding section are examined further in this section to obtain the corresponding
expressions as functions of z, x5, and z,. This is done so that the numerical subtraction can be made pointwise before
integration over these variables, in order to minimize the loss of accuracy associated with the removal of these terms.
In particular, we calculate a remainder AEg by pointwise subtraction of the singular terms from the complete high-
energy part

AEp = AEy — AE,. (49)

The main consideration is that the same numerical integration formula be applied to both terms, so that the dominant
integration errors in the complete term and the subtraction term are equal and opposite and largely cancel. In addition,
the integral of the difference is finite, so the regulator subtraction is unnecessary and will not be included in this part
of the calculation. The functions K () (z,, 1, z) give pointwise values of the integrands of the singular terms:

AESY) = %/C dz /0 dz, xg/o dz, 22 KU9)(zg, 21, 2). (50)
H

The first term, (20), corresponds to

e—bza
KO%(zy 2y, 2) = /ng/dQl #! (x2)a, F(x2,x1, 2)a” q‘)n(xz) (51)
The integral over Q, is (see Appendix E)
e—bra 1 e—(b+c)R c 1
/dQl auF(x2,x1,z)a" o = /—1 d¢ —gr [(—é 72 >za Xo(zo —€x1) + 20 — z] , (52)

where

= (z§—2x21‘1€+1’f)1/2. (53)
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In view of the fact that

6} (x)x - (%) = 0, (54)
we have
KOO ay,21,2) = [ d 6}(xa) / de 2 (08— 2)pa(xa), (55)
and hence
—(b+e
KOO (29,21, 2) = FT(z2) / de U 0p ) F(e), (56)

where the notation is defined in Appendix A.
The second term is

e—bTn
KOD(zg,21,2) = /dQQ/dQI ol (x2)au F(x2, %1, 2)a*(x1 — X2) - V ¢a(x) P (57)
X=X2
with the corresponding angle integral (see Appendix E)
e~ bTn
/d91 a,F(x2,x1, z)ak (e — z73°)
L21
1 e—+OR [ /¢ 1 ). ) "
= —/ d¢ — (R R2> ial [R?2427 + 3(1 = €%)z}(6im — 33437 + (28 — z)(z2 — £21)ET (58)
-1
With the aid of the identities (see Appendix A)
[ 49 6ite 2 9)on(x) = ~FT (2)ab 3= Fa(2)
t . T 0 K
as ¢n(x)1a : V¢n(x) = _Fn (l‘)aﬂ B_x + ﬂ; Fn(l‘), (59)

[ 9 64120 - 213 V() = FI(2)(26 - 2) - Fal),

we obtain

1 —(b+c)R
KOD(zy 2, 2) = F,T(l‘g)/ 1 d¢ GT[(cR+ l)aﬂba?z - (; Rz) (1 —€%)2? a,@( ﬂi)

2172
T2
The next term is
-(0,2 ! 1 e”bom
KO(z9,21,2) = /dQ'-’/dQl dh(x2)au F(xa,x1, 2)a (2} — 25) (2 — 25°) 57 5= B (X) (61)
(9 ! 3 m x=x2 T2y
We retain only the diagonal part of this term,
(0.2) t 10 Iy .m e~ ben
Kp'(zg,z,2) = [ dQy [ dQy ¢} (X2)a, Fp(xa,x1, 2)at 5(z) — z3)(2]" — ) ; ¢,,(x) , (62)
Oz! g™ x=x; T21
corresponding to the diagonal part of the free Green’s function,
—Cx21
FD(Xvalyz) (ﬁ+ )4 (63)
Tx

The off-diagonal term is not necessary for the calculation, and it gives no contribution to the final result, i.e.,

[eo]
/ dzy z° [1\"(0'2)(:62,1'1,z) - Kg)’z)(:cg,:cl,z)] =0. (64)
0
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The relevant angle integral is

/dQla,,FD(xz,xl L 2)at (2 = zh) (2T — 2

T2

1 e—(b+c)R
= / de —(w - z) [R*2425 + 1(1 — €32} (b1 — 32537")], (65)
-1

which together with (see Appendix A)

2
[ 4961008 - )% - 9 4u(x) = BT ()28 ~ )55 Fal),

(66)
1 62 k(K +
/dQ ¢! (x)(28 — 2)V2¢n(x) = FT(2)(28 - 2) ( 5% *(72—@> Fa(z),
yields
—(b+c)R 32 62 1 8 rc(;c+ﬁ)
~(0,2 _
KO 2y, 2y,2) = Fg“(xg)/_ de S Qﬂ—z)[ 2 —(1-¢€%)z? (Tz " 2295 + Tm%—)]}?ﬂ(a@).
(67)
The term proportional to V is
e—b-‘vzl
K 0)(:1:2 z1,2)=— /ng/dQ, d)n(x'))a,,/dx;;F(xz,x;,,z)V(xz)F(x;;,xl,z)a ¢,,(x2)
(68)
a -51‘21
/ng/dQ] ¢ Xg (63 V( )(a F(xz,xl,z+c)) “¢H(X2)
e=0
Following (51) through (56), and differentiating with respect to ¢, we obtain
1o - 1 e—(b+c)R P
1\’( ’ )(;52,181,2) = Fn (1‘2)/ df —R—QV(I'Q)(l - (2,3 - Z)R—C-> Fn(l'g), (69)
-1
where the spherical symmetry of V(x) has been taken into account.
The complete subtraction function K 4(z9, 1, 2) is the sum
1\’A(f2, Ly, Z) = ["(0,0)(1,2‘ Ly, Z) + 1\"(0‘1)(1'27 Ly, Z) + A’S)'Q)(x21 Ly, Z) + 1{(1‘0)(1‘21 Iy, Z) (70)
of the individual terms that are obtained above and summarized below:
KOO (zy 21, 2) = FF(29)Q1 (22, 21, 2)(28 — 2) Fp(22), (71)
~(0,1) T o 2
K5 (29, 2y,2) = F, (22) ] Qa(z2, 2y, 2)af+— — Qa(za, 2, 2)z10f | s— —ﬂ—
8.732 2132
0
-Q4(1’2,I172)(2ﬁ—2)6 ]Fn(xz), (72)
2
z 8* 9 1 k(k +B)
-(0,2) _ T, < ) _ v
K D(an 0.2 = Pl (3 5) Qe o) g — Qetonion, et (5 = e + g™ ) | Futen), @9
K“’O)(xg,:cl, z) = FT (z2) (ro)(Ql(xz,:cl, z)— (28— 2)— Q7(x2,1:1,z)> n(z2). (74)

The derivatives of the radial wave function can be eliminated from (72) and (73) with the aid of the radial differential
equation, which gives
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%Fn(z) = (a(l - BE.) —(1+ ﬁfc) + aﬁV(m)) Fa(z) (75)
and
o? 7] oV (x
E a5 Falz) = (a(l—ﬁE )— (14 Bk)— +aﬁV(z)> —Fa(z) + ((1+ﬁ )—-—+ af ( ))F,.(:c). (76)
The functions Q; are given by
1 —(b+o)R
Ql(xzy-’L‘l,Z):/ d¢ T=P—2, (77)
-1
1 e—(b+c)R
Qulezana) = [ de SR+ 1) = cPoy+ Py, (78)
-1
e—(b+e)R
Qutenznn)= [ de S eR 4 (- )
1
m[?(:ﬂz-f'l'?)(cp 1+P )—(CPI +PQ) (a:z—zl) (CP 3+P 4)] (79)
1 —(b+c)R
Q4(22,1‘1,Z)=/ df ——;—(z2 — &z1)
-1
= %2, [P0+( 5 — 2f)P-s], (80)
1
Qs(z2,71,2) = / dg e=\0FIR = py, (81)
-1
~(b+c)R
Qutenmnn)= [ de (-6
1
= @) [2(;@ +z})Py — P, — (23 — 23)2P_,], (82)
1 e—(b+0)R
Q7(1‘2,1‘1,2)=/ d& —:P__l, (83)
-1 R
In the above equations, the functions Q; are expressed in terms of a set of integrals P; defined by
1 2+,
P, =/ d Rie~t+oR = L / dR RO¥De= (4R (84)
-1 21 Jlza-a,|

Integration over R is relatively convenient for analytic or numerical evaluation.
In terms of the function K 4(xy, 2, 2) in (70), we write the modified high-energy part as

AFEpg = i. dz / dzs :cz/ dz, z? (Z Z [f,(a:g)G"(zg,xl,z)fJ(:cl)A (z2,21)

27
Ch K i,j=1

—f1(22)GY (22, 21, 2) f5(21) A (22, 21)] — Ka(2a, 21, Z)),

(85)
r

where the notation of Eq. (3) is employed, with the ex-  The total high-energy part is the sum
ception that the functions A% are defined differently here,
as described in Ref. [3]). A corresponding numerical func- fu(Za) = fa(Za) + fa(Za), (87)
tion fp(Za) is defined by

o (ZCV) with fa(Za) given by (48) and fg(Za) given by (85)

= 86 A g Y B g Yy
AEp =7 p(Za). (86) together with (86).
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VII. RESULTS AND CONCLUSION

The total self-energy is given by

AE, = %(i‘z)4F(za)mec2, (88)
where
F(Za) = fr(Za) + fu(Za) (89)

from (11) and (87).

The foregoing discussion provides a prescription for re-
moving the renormalization terms from the bound-state
self-energy diagram in such a way that a complete numer-
ical evaluation is feasible for a broad class of external po-
tentials. The renormalization subtraction is carried out
before numerical integration over the two radial coordi-
nates or integration over the intermediate-state energy
parameter, so numerical integration errors are not am-
plified by the subtraction process. The fact that the sub-
traction term is relatively simple is particularly beneficial
in the case where the self-energy diagram is embedded in
a more complex Feynman diagram. On the other hand,
the subtraction term does not cancel term by term in
the summation over intermediate angular momentum in
(85), so the slow convergence of that sum is not improved
by the subtraction. This factor can be compensated in
the numerical evaluation by the introduction of a high-
order asymptotic expansion in the sum to carry out an
analytic summation of the leading orders [9].
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APPENDIX A

Some known background material and definitions of
notation are given here. The Dirac equation is

(i -V + V(x) + 8 — Eylén(x) =0, (A1)
where the 4 x 4 matrices a and [ are given by
(0 o (1 0 Y.
a—(a_ 0>,ﬁ—<0 __]>. (A2)

the components of o are the Pauli spin matrices, and /
is the 2 x 2 identity matrix. Since we are dealing only
with spherically symmetric potentials, the wave function
is written as [16]

( A@xER)
on(x) = (ifz(z)x‘in(i)> '

where x#(X) is a two-component eigenfunction of total
angular momentum with the properties that

(A3)

(-L+1) xk(X) = —rxk(X) (A4)

and
o - X xk(%) = —x2.(%). (A5)

In view of the spherical symmetry assumed in this work,
it is useful to make the separation

10 K
Vza -%|=-=—z-8—
a a x(zamz ﬂz) (A6)
in the gradient term in the Dirac equation, where
K=p8(c-L+1) (A7)

is the Dirac angular momentum operator. The operator
K gives

Kn(x) = —Kn(x) (A8)
and

Ka %x¢p(x) = —ka - X¢p(x). (A9)

The range of « is all nonzero integers. It immediately
follows that

Q- Vén(x) = a-% (—i—%x +ﬂ§> on(x),  (A10)

and

Il
R
233
N
| —
|
8
|
®
8| >
N———
| S
%)
©
S
»

V2¢n(x)

xoa - X (':—}6—1‘13 + ﬁg) #n(x)

- (1 & M) én (). (A1)

z Oz? x?

Substitution of the identity in (A6) into the full Dirac
equation in (A1) yields the two-component radial Dirac
equation

(04,8l 2-:1: + a +V(z)+ 8- En) Fp(z)=0, (A12)
z Oz z

where
Fu(z) = (28;)

is the radial wave function. The matrices in (A12) are

0 1 a_ (1 0
=(14) =0 4)
In this paper, in expressions containing the full wave
function ¢,(x), a, and 3 refer to the 4 x 4 Dirac matrices
defined in (A2), and in expressions containing the radial
wave function F,(z), a and B denote the corresponding
2 x 2 matrices defined in (Al4).

(A13)

(A14)



46 COORDINATE-SPACE APPROACH TO THE BOUND-ELECTRON . .. 183

APPENDIX B

Some details in the derivation of Dirac expectation-
value identities and order-of-magnitude arguments em-
ployed in this paper are supplied in this appendix.

The Dirac Hamiltonian

H=a-p+V+p (B1)
satisfies the operator identity
BH + HB =28V + 2, (B2)

since Ba+ af = 0. Taking the expectation value of (B2)
in the state n yields

En(B) = (BV) + 1. (B3)
Two additional exact identities are
(p*) = ((e-P)?)
={((En -V - B)?)
=E2 - 1-2E,(V)+(V?), (B4)
and
(Bp*) = —(a-p B a-p)
=—((En =V =B)B(Ex =V - B))
= (8) (B —1)—2(V) = (BV?). (B5)

In both of the above equations, (B3) is taken into account
to simplify the result.

Coulomb order-of-magnitude estimates are based on
the fact that in a Coulomb bound state, the radial co-
ordinate * and momentum p have orders of magnitude
given by

lp |~ Za. (B7)
As a consequence, we have, for example,
Z Y
(V)= (—f) = 0((Ze)*),
(pz) =0((Za)?), (B8)

(V?) = 0((Za)*).

These estimates, together with the fact that the small
components of the wave function are of order (Za) rela-
tive to the large components, lead directly to

(a-p)=0((2a)*),
En=14+0((Za)?),

(B9)
(BV) = (V) +O((Ze)"),
(Va-p)=0((Za)*).
Hence,
1 - E3 = E.((B) — En) — (BV)
=(B) — En— (V) + O((Za)"),
(@) = {(aP)") (810)

=3(a-p(Ea—V-B)+(En—V-PBa p)
=(a-p)+0((Za)*).

APPENDIX C

This appendix gives an example that indicates that the

1 power-series expansion of the wave function discussed in
T~ (B6)  Sec. IV leads to an asymptotic expansion for large values
@ of |z| of the integrand in Eq. (2). A simple expression
and with the essential features of (2) is
1
e~ Ylx2—x1|
u(y) = /dxz /dxlf(xz)[a + yb - (x2 — x1)] P — g9(x1). (C1)
If g(x;) is expanded about the point x; we have
1.1 1 m m 9 0
9(x1) = g(x2) + (x1 = X32) - V3 9(x2) + 3(21 = 23)(27" — 23") gy 5mg(3x2) + - (C2)
Z2 02y
Term by term integration over x; in (C1) is elementary, and yields
a 2 a
u) =2 [axsx) o) - 15 [dxfx) b9 900+ 357 [ dxf)VE0) +--, (c3)

where the three terms correspond to the three terms in (C2). Since gradients of the wave function are proportional

to the momentum, the series depicted above is a power series in p or Za, as well as an asymptotic series in y

-1

APPENDIX D

In Sec. V, the result of integration over z is given for a number of singular terms in the high-energy part. In this
appendix, we indicate a method of evaluation of the integrals for one example:



184 PAUL INDELICATO AND PETER J. MOHR 46

I:l/ dzz(—i—————l—). (D1)
i Jey, b+c b +c
Changes of variables y = —iz on the positive imaginary axis and y = iz on the negative imaginary axis lead to
[=2 Im/ dy ( : ! ) (D2)
T MU TE R 0T W BT (L))

In the second term in (D2), we make the replacement (1 + y?)!/? — y with a resulting change in the integral of order
A~!. To integrate each of the two terms in (D2) separately, we introduce a temporary cutoff

1 1
y—iEn+(1+y2)2  [A%+ (y—iEa)?] /% +

Y
I:?Imylim dyy(

) +O(A™Y, (D3)
0 )

where the limit Y — oo is taken before the limit A — oo. Each integral can be evaluated analytically, with the result
for large Y that

Y v En 11— B
21 d _ n S N — “n 2 -1
m/o Y =B+ (x4 (2 n(2Y) = g+~ W1+ E")) +O0™) (D4)
and
Y 2 2 2 2
: 7 9-gz- () m(-3)[ro0
d =—|2InQ2Y)- (A ) - =-|=-1) In{1--2 oYy =—).
2 Im/o ) [A2+(y—iEn)2]1/2+y 4 [ 1’1( ) n( ) Erzx E?L n A2 ( ) (D5)
Taking the difference for large A yields
E, 3EE-2 1-E} \
I= —4—( n(A?) + TR + Eg"ln(1+Ej))+(9(A‘l). (D6)

The remaining integrals in Sec. V can be evaluated in this way.

APPENDIX E

Formulas pertaining to integration over d2; in Sec. VI are given here. The calculation is facilitated by expressing
the integral in terms of spherical angles § and ¢ of x; relative to the direction of x5. In particular, we write

X; = zycos¢sinf &+ x;sin¢sinf b + 2, cosd %o, (E1)

where & and b are orthogonal unit vectors in the plane perpendicular to %,. For § = cos0, R = (23 — 22,2, +zf)1/2,
and f a function of R, we have

27
/dQ (x1 —x2) f(R)= / df/ dé (zycosdp\/1 — €2 a+z;sindy/1 — €2 b+ z,€ X2 — x2) f(R)

1
:27r/ dé(€xy — z2)%2 f(R) (E2)
-1

and
[ - ey - 21 50 = /i de/oh 46 (21005 ov/T— €2 &l + 2, sin oy/T— €2 b + 2,6 ) — 2b)
< (21 cos o\ /T2 & ™ 4 2 sin oy /T b + 216 27 — 27) F(R)
=27 /_l1 d€ [rf%(l —€%)(a'a™ + b'b™) + (216 — 1‘2)2:2'2%'2"] f(R)

1
P / e [R23428 + 51 = €)2(6 - 32557)] (). (E3)
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