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TABLES (F ATOMIC WAVE FUNCTIONS

V. F. Brattsev

ABSTRACT

Atomic wave functions have been calculated and

tabulated for the elements helium through argon,
singly and doubly ionized, by the Hartree-Fock-
Slater self-consistent-field approximation. The
development and applications of that approxima-

tion are described.

INTRODUCTION

Quantum mechanics serves as the basis for fun-
damental modern theories of physical and chemical
properties of atoms, molecules, and condensed sys-
The task of theoretical calculations of these
properties comes, in the final analysis, to the so-

tems,
lution of Schrodinger's equation. For the majority
of specific problems of atomic physics, knowledge
of the ground-state energy of a system and the cor-
responding wave functions of stationary states is
necessary. These data have already made it rela-
tively easy to calculate the entire cambination of
the optical, electrical, magnetic, and chemical
characteristics of these systems.

Unfortunately, the mathematical difficulties
of the solution of Schrodinger's equation are such
that its exact solution in a final form is practi-
cally unattainable.
tions we are forced to limit ourselves to approxi-

Therefore, in specific calcula-

mate solutions with a greater oar lesser degree of
accuracy. By these means, one can determine the
greater value of different types of approximation

methods for quantum mechanics.

In approximation methods, specific physical
concepts ordinarily are used to permit one to intro-
duce greater or lesser simplification into the gen-
Because of this, the
use of the approximations in comparison with the
general theory is limited to the smaller sphere of
obJectives or phenomena in which the carresponding

eral equations of the theory.

simplification is permissible,

Cbviously, the simplest class of structured ob-
Jeets of the microcosm accessible to thecretical
calculation is that formed by free atams (we do not
take into account atomic miclei and elementary par-
ticles, the theory of which enters into the frame-
Therefore, in the first
year of development, the application and, later, the

wark of quantum mechanics).

verification of quantum mechanics were tested on the
simplest atoms.

The atomic-wave-function calculations represent
the central problem of the thecry of atoms and its
mmerous applications. Atoms, to a considerable de-
gree, retain their individuality in the complex for-
mations of molecules and crystals. Therefore, a-
tomic wave functions are also used in the theory of
these camplex objects.
entific interest and also the significance of methods

for deriving atomic wave functions.

Hence we understand the sci-

The stationary equation for atomic hydrogen and
its solution were given in 1926 in the initial pages
of Schrodinger's first repor‘l;l concerning quantum
mechanics. In the same year, IIe:i.sen‘berg2 formilated
the approximate theory for the helium atom, showing
how to treat the cases of ortho- and para-electron
states. Later, there appeared a series of articles
devoted to the calculation of helium-l%ke atoms, end-

ing with the computation of Hylleraas,” which was
record breaking for that time. There was interest

in similar calculations, particularly the questions



in connection with the broad program of experimental
research begun by Herzberger, for the determination
of the magnitude of radiation displacement of the
basic energy levels of the two-electron atom and

If it is taken into account that radiation
corrections are very small (for example, for the
1% state of helium it is 2 x 10~
that state), it becomes clear that the appropriate

calculat,j;on becomes exceedingly camplicated and la-
30

ions.

of the energy of

barious.

In 1927, Paul:!.ng6 made a thecretical estima-

tion of the radii and polarizabilities of many-
electron atoms and ions, attributing to each elec-
tron a hydrogen-like wave function with a properly
selected screening constant. There then followed
the calculation of analytical hydrogen-like func-
tions with varying exponential indices.’’S On the
basis of such calculations, Slater9 constructed em-
pirical rules for the selection of parameters for
nodeless, radial, one-electron functions of any atom
and molecule, These Slater functions were exten-
sively used in basic calculations for atoms and
molecules. Interest in analytical hydrogen-like
functions has contimxed.lo’ll

The general quantum mechanics method of calcu-
lation of one-electron atomic functions and atomic
fields was introduced in 1927 by Eartree.l2 Har-
tree's method is based on the fact that every elec~
tron in an atom is represented by its own wave func-
tion in(q), and the contribution Vn(Q.) to the effec-
tive electrostatic field of the atom is defined by
the integral:

It (a")|?

V(q)-ef—n———— dq’.

n lq = a]
Then the Schrodinger equation for the wave function
of the atam is replaced by a system of nonlinear
integro-differential equations for one-electron
functions, in each of which the operator of the in-
teraction of a given electron, along with all the
rest, is given by sums of the integrals of the indi-
cated type. The one-electron wave functions obtain-
ed as the result of a solution of a system of equa-
{ions determines the character of the field in which
the electrons are located, i.e., the coefficient of
This characteristic of Hartree's
equation is reflected in the name "equations of a

the equations.

self-consistent field."
spherical symmetry of the atomic field after inte-

gration over angular variables, the Hartree equa-

tions represent a system of ordinary integro~differ- .
ential equations for radial functions,

From the hypothesis of a

In connection with the determination of one-
electron wave functions, there is also the problem
of constructing general wave functions of a system
made up of one-electron functions. In general, this
question is connected with the Pauli principle and
with the symmetry properties of wave-function coor-
dinates. In 1930, 1“ock13 demonstrated that Hartree's
equations could be obtained by modifying the varia-
tional derivative of the Schrodinger equation for
the many-electron system, if one repmresents the wave
functions of that system in texrms of the product of
one-electron functions and veries the latter. The

‘product of one-electron functions, generally speak-

ing, does not satisfy requirements of Pauli's proper
symmetry principle. Utilizing in the variation prin-
ciple the wave-function system constructed from the
one-electron functions and teking into account Pauli's
principle, Fock obtained a system of equations dif-
ferent from Hartree's equations by the presence of
supplementary so-called exchange members in the op-
eratar of the Coulamb interaction of electrons.

These exchange members also determine the separation
into terms distinguished by the values of the total
spin S and angular momentum L of the electrons.

The equations of the self-consistent field with
the Fock exchange give the best description of many-
electron systems within the framework of a one-elec-
tron approximation as they are derived by variationsal
means with this single simplifying assumption. There-
fore, beginning in 1930, a significant mmber of a-
tomic calculations were carried out by Hartxree ’1’+,15
his students, and others, using Fock's integral equa-
The construction of high-speed calculating
machines exerted an influence on the general direc-~
tion of the calculation of atomic structures, After
15 years, almost all endeavors in this field are de-
voted to the calculation of analytical wave-function
parameters, As Lawdinls demonstrated, radial wave ’
functions can be accurately approximated by a linear
canmbination of Slater's functions without node with
properly selected indices of’ exponents and coeffi-
cients, Therefore, :hhis form of analytic wave func-

tions.



tions was selected by most authors.> 72> Such a
change in the general direction is apparently con-
nected with the fact that until recently, camputers
The analytic
form of the functions permitsone to use relatively
few data, which is its advantage. As with rumerical
integration, one has to deal with rather cumbersome
tables.

possessed a highly restricted memory.

However, with increased mumbers of shells
in the atom, the nmumber of parameters quickly in-
creases and the amount of work necessary for obtain-
ing them also increases, quickly exhausting the ca-
pacity of the most powerful computers.

In connection with what has been said in the
literature, we again observe the tendency toward
the mumerical integration of the Hartree and Hartree-
This is contributed to by the
growth in capacity of the memory storage of contem-

Fock equations. 2k

porary camputers and also to the development of more
perfect methods of mumerical integration of differ-
ential equations, for example, the method of "dis-
persion” by elimination of fluctuation.25 Scme of
the first work devoted to mmerical integration of
the equation of the self-consistent field done on
electronic computers is related in articles cited as
Refs. 26-30. Work for the following years is noted
in Refs. 31 and 32 and the article cited as Ref, 2k,

The Hartree-Fock equations for the structure of
heavy atoms contain very unwieldy exchange terms.
Their solution demands considerable computer working
time, where about 80% of the time is expended on the
calculation of exchange interaction. This calcula-
tion in heavy atoms plays a comparatively minor role
compared with the uncalculated relativistic, spin-
In this case, the value of
an energy level is determined to a greater degree by

orbit-interaction terms.

the relativistic terms in the energy operator rather
than by the Coulamb exchange interaction.
in the framework of a nomrelativistic approximation,
it would be possible to limit oneself to the solu-
tion of the self-consistent field equations without
exchange or try to take into account the exchange by
a simplified method.

Therefore,

Such an approximate variant of the exchange
factors was proposed by S].a.t;er.33 Meking use of
Slater's simple approximations, Herman and Skill-
man3)+ produced voluminous. wave-function calculations

of the basic states of all the elements from Z=2 to

Z=10%, The results of these calculations are pub-
lished in a separate volume, which, apparently, is
the sole extensive publication of atomic wave func-

tions,

However, with the progression to heavy atoms on
the basis of the calculations, we must now adopt the
one-electron equation of the Dirac type with the sgelf -
consistent potential. As we know, only the first
steps have been ventured in this direction.

As far as medium and light atoms are concerned,
the solution of Hartree~Fock's equation is fully
Justified. But, at the present time, there do not
exist voluminous publications on the wave functions
of these atanic calculations in the Hartree-Fock
approximation,
£i11 that gap.

These tables, to a certain degree,

The tables contain the normalized radial wave
functions, P(mlr), of stationary states of atams
and ions and are related to the three-dimensional
one~electron wave functions, ?(mm[r), by the equa~
tion

¥(agm|r) :-:‘: P(ne|r)Y(tm| 9, o).

The functions P(nt|r) are obtained by a mumeri-
cal solution of the Hartree-~Fock equations.

This article contains the results of calcula-
tions for all. terms of the principal elemental con-
figurations of singly- and doubly-ionized atoms from
helium to argon, inclusive.

The form of the tables is traditional. The
functions P(ng|r) are cited separately for each stee
For the sake of simpliecity in
the use of the tables, we did not include the col-
umns containing the functions coinciding in limits
of accuracy but pertaining to a different state. At
the end of each column are given the values of the
Lagrange diagonal multipliers A(ng) and the mean val-
ues of the powers of the variable r,

<%> :/raPz(mlr)dr,

for @ = -2, =1, 1, and 2, All mmbers are cited with
an accuracy up to the last significant figure.

of the atom or ion,

The method of Hartree-Fock is set farth at
length in Ref. 15. We stopped at its last stage;
that is, at the mumerical determination of the equa-
tions of the self-consistent field.



For the atom with the miclear charge Z in a
state belonging to the configuration (nlll)ql. ..
(nsls)qﬂ and to any single term, the equations have
the form:

{a2 2(z - ¥), 2t +1)
— -

d.r2 r r2

- )‘co} Py

1
- ;Z Tootxlootk ~ loc')Pc' s ()
arfo\ k
0sSr<e, 1 <0E<s,
where

¥s ’Z (ag: - 500') Y5100 -ZTCIO?KYGO?K ’
o! k>0

Yoory =f&_—')k P_P,,dr" +f2§—,)k+l Py dr'.

o] r

The coefficients 700'k are determined by the
configuration and the term. The function P(no.t <’lr)
are briefly designated by Pc‘

Equation (1) represents the condition that the
expected value of the total energy be stationary
with respect to variations of the functions Po and
be subject to the supplementary conditions:

Po(0) = Bo(=) = 0, (2)

fPﬁdr-l, (3)
o]

©

dePc',,d.r=0, then £ = £y, 05 kA ng,. (4)
[¢]

The parameters, \,;, appear in the calculation
of these conditions as Lagrange multipliers, where-
upon the diagonal multipliers, A, ccarrespond to
normalization conditions in Eq, (3), and the nondiag-
onal miltipliers, A ,,, O # o', carrespord to arthog-
onal conditions in Eq, (4). To simplify the task,
ve delete the last term from the calculation end as-
sume A\ ,, = O with 0 4 0', As we know, it is possi-
ble, in a mmber of cases, to do this without any
disadvantage, as when, for exemple, all the shells
are closed in a configuration. In general, there is
a basis for hoping that nondiagonsl multipliers can
be made so small that they can be disregerded with-
out exerting a significant effect on the solution of

the system in Eq. (1). Calculations have ghown that

this hope is very often (but unfartunately, not al-
ways) justified, and orthogonality coniitions are
fulfilled to a sufficient degree of accuracy in a
natural way. Further, with reference to the system
in Eq. (1) we shall always assume the absence of the
nondiagonal Lagrangian multipliers.

Thus, the problem consists of searching for a
solution to the system in Eq. (1), satisfying con-
ditions in Eqs. (2) and (3), amd of belonging to a
given configuration. The latter means the follow-
ing: neither the equations nor the supplementary
conditions depend upon the principal quantum mmber,
Ny entering into the configuration. It is natural
that the system in Eq. (1) may have many solutions
satisfying the conditions in Eqs. (2) and (3).

There is the further necessity of one additional
condition permitting each solution to lead to a spe-
cific configuration. To farmlate it, we note that
each equation of the system in Eq. (1), by obvious
substitution of functions Py into Yo end into the
right-hand side, could be made linear and similar
with respect to the funetion corresponding to it:

4 2(z-Y) 2 (2 +1)

{'d__ié"' - = -2 :2 ')‘co}Pcc
o EACEDLCDLLD (5)
0

Let us agree that:

in order to campute the solution of the
system in Eq. (1), suitable additional
conditions in Egs. 52) and (3) belong to
the configurations (n1£1)9L...(ngts)ds,
if each function Py of this solutiom is
the (ng ~ £g - 1)th eigenfunction of the
con-esgonding linear operator in Egs. (5)
2).

and ( (6)

The problem is solved by the method of succes-
sively meking the functions more precise., Let there
be a certsin approximation fi"o] with & desired solu-
tion {Po}. Let us assume that the function made
more precise has the index mumber 9. The used ap-
proximate function Pc mede the equation linear with
the index ol. For the new, more precise approxima-
tion we shall normalize to unity the (ngl- Loy~ 1)th
eigenfunction of the problem, Having next selected
another mmber, Oy, We shall define Pgys ete. The
approximate zero must be prepared beforehand and may «
be established by different methods as, for instance,



by means of analytical functions or the interpolative
method of Hartree. It is simpler to assume that all
Po =0, If it is agreed to begin with the functions
of the inner shells and move in the direction of the
outer shells, then the approximation will not be bad.

The (nj; - £, - 1)th eigenfunction and the car-
responding eigenvalue of the problem in Egs. (5) and
(2) in its turn is usually found by the method of
successive approximation: the (m+1) approximation is
Po(m+l), and )\o(mﬂ) is found through approximation

from the equation (the index O decreases):
m+1
{gﬁ L2 =™y () }P( )

dr2 r r
= A(m+1) p(m+1) +IK(m) (r,r')P(m+l) (rt)axr , (7)

provided that
pm+l) (o) = p(ml) (=) - o

and)for any condition of normelization.
m
P

Functions
are normalized provided that all normalizations
of m are done in the same manner, If it is necessary
in achieving the solution, it is possible to renorma-
lize by virtue of the uniformity of the problem in
Egs. (5) and (2). In practice, it is convenient
MEq. (3)] to normalize functions to unity at some
point Ty:
P(rl) =1,

Thus, at each successive approximation one must
find such a A and, correspording to it, its solution
P of the equation:

‘12—5 +FP = NP +Q, (8)
dr
if
P(O) = P(‘”) =0 (9)
and
P(r;) = 1. (10)

Let Po(r, A) be the solution of Eq. (8) satisfy-
ing the supplementary conditions

Po(o,)‘) =0, Po(rl’)‘) =1,
At the point T, vhere T, > s the function Po
acquires a certain value Po(r2, \). We shall now de-

termine the function P_(r,\) as a solution of Eq. (8)
with the conditions

Po(ry,A) = P (r,,0), Bo(®,1) = 0.

With h > 0 and fixed values r
pression

1 and r2, the ex~

w(}) = % {Po(r2 +h) - Pm(r2 +h)}

represents a certain function A. It is obvious that
those A's, for which the solution of Eq. (8) with
zero conditions at the boundaries of Eq. (9), satis-
fying the conditions of normalization in Eq. (10),

will be the roots of the equation

w()\) = 0, (11)

The sought A is distinguished from the other
roots by the fact that the solution of Eq. (8)
(n - 2 - 1) is once converted into zero in the in-
terval (rl,r2). With the corresponding choice of
Ty and r2 (at which we later stop), this is equiva-
lent to the vondition in Eq. (6).

If the unknown root is separated from the rest
by the values A' and A", it is easily found to an
assigned degree of accuracy by the chord method.

The boundaries ' and \" are fourd by successive
trials., In the progression from one trial value to
the next, one can be guided by the fact that the
trial value must be increased if the mmber of nodes
is greater than n - £ - 1 at the function Po, and
decreased if the number of nodes is less than n-p-1l.
If the mmber of nodes is equal ton - £ - 1, the
direction of change of the trial X can be defined by
the symbol w(A). The function w{\) is constant with
respect to A, and, if )\ is sufficiently large, then
w(\) > 0. Thus the graph of the function w(\) ap-
pears as:

Moh NN )‘o/
\\/ \/ A

It is obvious that for a located root with an
even rumber, the trial value A must be increased
If the sought
root has an uneven mumber, then the process must be

when w < O and decreased when w > O,
reversed. Roots are computed by means of mmera-
tion starting with a large mmber to which has been
attributed a neutral mmber. This rule is easy to
express analytically:

At =>\{1+czl‘*ig“(g = *1)} , (2)
n

vhen £ n-2 -1 and
)n-l

xv=x{1+a2('1 Lisnw(k)},

n

(13)



if § an-g -1, Here § is the number-changing sign
at the function Po in the interval (rl,r2), but o
and 02 are positive constants determining the magni-
tude of change of experimental \ velues.

This completes one step in the sequence of mak-

ing the functions more precise.

At each such step it is necessary to calculate
the functions

2(z-1) 2,2, +1) N
F = F = - - Y
[+ r r2 [+
1
Q= Q =~ EZPG.Z Tooncloorg?
onle k

which in the main comes down to the calculation of
Yogi Designated by Zyq,, the first item in Eq. (1)

for Yoo'k is:

r
1
Zoory = 3[ rkPaPc,d.r.
0

It is obvious that zw,k(o) =0and ¥ . -
ch'k ~0 as r -+ ®, By direct differentiation we are
satisfied that

z —k-Z

W'k.-r W'k+PP

o ot

k+1

2k + 1
'ootx * T T L -2

¥ ootk r ao'k’

By such means, the calculation Y 9otk is arrived
at by successive integrations of equations of the
first orf.ier.15 From consideration of stability, the
first of these is integrated from O to « for the
beginning condition ZOU'k = 0; the second, in the

converse direction, whereupon as r—®,

chlk = Zogry

A peculiarity for r = O in Eq. (1) makes a vary-
ing r an inconvenient mmerical realization of the
described method. In the first place, it is compli-
cated to use the formulas of integral equations; in
the secord place, the integration step has to be
changed mumerous times. These tend to violate the
process of the operation cycles, blocking programs
and significantly increasing their size.

One way to surmount these difficulties is to
substitute appropriate variables., One could expect

that a good variable would be

P=r +1lnr, ()

Actuglly, as r — @ the equations for P are
close to the equations for the exponents and, thera-
fore, there is no reason to change the step of in-
tegration by means of lerger r's. Accardingly, P
for the larger r's is almost equal to r.
P ~rl+l. As in the case of p ~ ln r, then, rela-
tive to the variable p, P~ e™P arg it ig again
not necessary to change the step of integration
according to p.
able p, the step could be taken by means of a con-
stant both as p <+ @ ard as p = - «,

For r ~0,

By such means, to make use of vari-

The substitution of only one independent vari-
able in the equation for functions P would keep the
first derivative, which is undesirable.
there follow substitutions by means of an indepen-
dent variable to combine with substitution function
P, In accordance with Ref. 1k, we assume:

3
r
£= (1—5) P(r).
It is not difficult to reason that through such

a transformed equation for P,

2
da’P
3 +FP = Q

is changed into
2 2
L, —E 2{r2F-—-——l 2(r+1]f)}f
dp (L +1) (L +r)
2
r
,.(l“_) Q, (25)

for function f, and the equations for Zoc'k and

Therefore,

Yoc'k' assume the aspect

2
k r
Zoork = " T+ 2 Zoox Y T+ D)2 Tofars

. (16)
ok + 1

k +1
1 ————
¥ l+r1r

Sote * 1 4 ¢ Yootk " Z

oatk

Additional conditions are:

f(-‘”) = f("l“”) =0,
o0
2

r 2
f(l+r) £7dp = 1.
-0

The first approximation which must be done in
the mmerical derivation is the substitution of the
mmerous intervals for the final: p_ < p =< Py Thus,
it is necessary to remove the boundary condition from



+

* o gt points Py For us it will be sufficient to

know the rough equations

fm(o_'_ + h) £ (p)
L X (0 BRI S % CRs Y (x7)

To find them, it is possible to take advantage
of the method suggested by Hza:::‘tree.l5

The boundary condition Z(-«)
be removed.
more rapidly than f as p = -», it is possible, with-
out disadvantage, simply to assume Z(p_) = 0. For
the function ¥, the initial value pertains to the
point p+:

¥(e,) = 2(p,).

The second approximation consists of substitut-
For the sol-
ution of equations of the first order, we take advan-
tage of the formula

ing a different differential equation.

Yivz = Yo T (9¥] 5 + 19%) , - 5%, + Y1),

and for the second equation, the formula

B2 (Y + 1o¥" + Y’ .).(18)

Y - 2Y Y.
o 141 t41)-

i+l i-1 =

Substituting in their derivatives, given in the
equations, we obtain a convenient form for program-
ming formulas:

2&11 +r y

[ S ri_15] B

L B, o wm L, o owiR , 09)
24(1 + r? 2 (1 + ri-; 241 + ri-l)
2 2
. 198 3Ry J Msdhe | MR ‘
2 3
24 +r )0 M 4r ) Q4T )P
1 hk + 1
)[1 “EA e, ] Tin
5h(k + 1)Y h(k + 1)Y 9h(k + 1)z |
20
211-(1 + ri+2) 24(1 + ri_'_3 211»(1 + )
19h(2k + 1)Z 4 sh(2k + l)Zi h(2k + 1)z
+ 20 ) 21 ) L1 7 ’
2 LT L +Ty 2( +r:H_3 (

= 0 could similarly
But inasmuch as Z decreasessignificantly

where
Ry = FRoor,1 = To,1T0r 3
and
h°F 5h F. hF
1 4 il - )‘. ( i- )f
12 44 12 11
w2
=-35(@,, +208 +8 ), (21)
r \2
% =(1 +ri) 9 -

Formulas in Egs. (19) and (20) requires knowl-
edge of the three initial values of Z and Y. 1In
accordance with the accepted method of eliminating
boundary conditions,

and
Ty = Zp Iy = Zy_00

where the zero index corresponds to point p_, and
index N, to point P,

= %y Ino =

For the construction of funections fo and f_
(corresponding to P and Pm), it is necessary first
of all to choose points pl and 92 corresponding to
points Ty and Ty
to take those values of the argument p for which the
f coefficient in Eq. (15) is reduced to zero. It
can be demonstrated that there are always two such

values of the argument.

For such points it is convenient

In the interval rpl,p2], both solutions of Eq.
(15) oscillate, but in the interval [p_,pl] and [92,
F+], one increases and the other decreases., There-
fore, in different intervals, the calculation of
functions has to be carried ocut differently. In the
interval [p ,pl] the function f_ is found by the
method of "d:.spersion"25 in its utlllzatlon with
different equations [Eq. (21)], By induction, we

see that the values for f and £ are allied
0,1 0,3i+L
in the relationship:
fo,i = Uo(i, i+ 1)1'0’1+l + uo(i, i+1), (22)
in which
A
i+
ot 1 +1) = 55 - AL @ -1, 1) ° (23)

Apgu(t -1, 1) + oy (o)
— >
2131 i_on(l 1, i)

uo(i, i+1) =



where

heF S5hoF

i i
Ainl-i- 5 2B132-T,
h2
W =I5 (Qi+l+loQi +Qi_l).

According to the method of removal of boundary
conditions in Eq. (17),

vl-1, 0) = a_,
uo(-l, 0) = 0.

From these initial equations, we calculate v,
(1, i+1) amd u (i, 1+1) accarding to the recurrence
formulas in Egs. (23) and (24) down to point p, 3 more
precisely, until the pl is near the node point. Since
fo(pl) =1, in all points of the imterval [p_,pl],
the values of the sought function can be found by
means of the formula in Eq. (22). Knowing £, at the
points Py and Py h, its value in the interval [pl,
p21 can be fourd very well through the formula

BTt AT v
>
0’3+ Ai a

f

down to the point p2+ h. Along the way are located a
rmumber of step changes of function fo. In the inter-
val [92,p+], the function f_ is found by the disper-

sion method.

Having obtained fo(p2+ h) amd f2(p2+ h) by such
means, it is possible to calculate w()), and this is
all that is necessary for the solution of the equa-
tion w(}) = O,

Coefficients of Egs. (15) and (16) are expressed
by the variable r. Therefore, for their calculations
at a fixed value P, it is necessary first of ell to
calculate the corresponding r(p), which is obviously
arrived at with the solution of the equation

¢(r) =r +lnr -p=o0. (25)

Inasmuch as it is impossible to express r by p
analytically, we are obliged to resort to the mueri-
cal method, It is convenient to apply Newton's meth-
od to Eq. (25):

L) () “L@ZZ;— .
l(r P )

P
¢(r) is substituted here and

1

q:'(r)=1+;,

12

yielding

(P+l) (P) P - r(P) - 1n r(P)
i} ¥ (l * 1+ r(P) )'

It is evident that

21) _ (o)
N6 =

o - (P (o)

1+ r(P)

-lnr

we

therefore, if the calculation of r is completed ac-
cording to the inequality

}J;r(P)
1 + r(P)

(o)

-Inr

| <<

the sought-for value of r will be known with a fix-
The initial approximation for
r can be obtained from the following considerations.
For sufficiently large positive p, r ~ p + 1ln p.
For sufficiently large negative p, r ~ ep. For an
intermediate p, r is approximated by r ~a + bp +

cp2.

ed relative error €.
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