\
) |
P 9

,
y

N
A

THE ROYAL A
SOCIETY

PHILOSOPHICAL
TRANSACTIONS
OF

A

ya \

A
A

/A \

THE ROYAL
SOCIETY

PHILOSOPHICAL
TRANSACTIONS
OF

Downloaded from rsta.royalsocietypublishing.org

TRANSACTIONS

PHILOSOPHICAL THE ROYAL
OF SOCIETY

Errata: Relativistic Ab-Initio Calculations of the
Properties of lonic Solids

The Royal Society

Phil. Trans. R. Soc. Lond. A 1995 352, 123-124
doi: 10.1098/rsta.1995.0060

i i i Receive free email alerts when new articles cite this article - sign up in
Email alerti ng service the box at the top right-hand corner of the article or click here

To subscribe to Phil. Trans. R. Soc. Lond. A go to:
http://rsta.royalsocietypublishing.org/subscriptions

This journal is © 1995 The Royal Society


http://rsta.royalsocietypublishing.org/cgi/alerts/ctalert?alertType=citedby&addAlert=cited_by&saveAlert=no&cited_by_criteria_resid=roypta;352/1698/123&return_type=article&return_url=http://rsta.royalsocietypublishing.org/content/352/1698/123.full.pdf
http://rsta.royalsocietypublishing.org/subscriptions
http://rsta.royalsocietypublishing.org/

//’ \\

/\
' . \
ya N

THE ROYAL
SOCIETY

PHILOSOPHICAL
TRANSACTIONS
OF

\
/%

a

THE ROYAL A

a

SOCIETY

PHILOSOPHICAL
TRANSACTIONS
OF

Downloaded from rsta.royalsocietypublishing.org

In-crystal modification of the oxide ion and electron corrélation 123

Turnbull), vol. 16, p. 1. New York: Academic.

Touloukian, Y. S., Kirby, R. K., Taylor, R. E. & Lee, T. Y. R. 1977 Thermophysical properties.
New York: Plenum.

Vallin, J., Petterson, G., Calais, J. L. & Mansikka, K. 1967 Ark. Fys. 34, 199.

Veillard, A. & Clementi, E. 1968 J. chem. Phys. 49, 2415.

Vinti, J. P. 1932 Phys. Rev. 48, 813.

Vosko, S. H., Wilk, L. & Nusair, M. 1980 Can. J. Phys. 58, 1200.

Vosko, S. H. & Wilk, L. 1983 J. Phys. B 16, 3687.

Waldman, M. & Gordon, R. G. 1979 J. chem. Phys. 71, 1325.

Waldman, M. & Gordon, R. G. 1979 J. chem. Phys. 71, 1340.

Watson, R. E. 1958 Phys. Rev. 111, 1108.

Weast, R. C. (ed.) 1979 Handbook of physics and chemistry. Boca Raton, FL: Chemical Rubber
Company.

Wedepohl, P. T. 1977 J. Phys. C10, 1865.

Weir, C. E. 1956 J. Res. Nat. Bur. Standards 56, 187.

Wilson, J. N. & Curtiss, R. M. 1970 J. phys. Chem. T4, 187.

Wolf, G. H. & Bukowinski, M. S. T. 1988 Phys. Chem. Minerals 15, 209.

Wood, C. P. & Pyper, N. C. 1981a Molec. Phys. 43, 1371.

Wood, C. P. & Pyper, N. C. 1981b Chem. phys. Lett. 81, 395.

Wood, C. P. & Pyper, N. C. 1981c Chem. phys. Lett. 84, 614.

Wood, C. P. & Pyper, N. C. 1986 Phil. Trans. R. Soc. Lond. A 320, 71.

Received 15 December 1992; accepted 15 February 1994

ERRATA

Phil. Trans. R. Soc. Lond. A 320, 107 (1986)

Relativistic ab-initio calculations of the properties of ionic solids
By N.C. PYPER

Section 2c (iii), on the calculation of the functions x2°(r) damping the inter-ionic
dispersive attractions, needs three types of correction, two being of notation.

(1) In all the formulae (2.27)—(2.39), the distance R is that between the pair of
interacting ions and should thus be z,,R.

(2) Equation (2.34c) contained the two errors that Ps(z) on the right-hand side
should be Ps(x) and that the denominator in the last term should be 691200 and
not 69120, so that (2.34¢) should read

Py(2) = Ps(2) + 51352 + 15030%" + go1200%
Equation (2.35) needs to be corrected by replacing both occurrences of exp(—dazR)
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by exp(—dy1 R) so that after replacing R by r, the distance between the interacting
pair of ions, this becomes

Xe"(r) = {1 + dardii [(da1 /di1) — (diy /day)] 7
x[Q1(dar, dor,7) exp(—dai7) — Q1 (d1, dar, ) exp(—dyi7)]}?
+adz ddyr [(day /dy) — (di1/day)] 70
x[Q2(da1, dy1,7) exp(—darr) — Qa(dyi, da1, ) exp(—dpy )2,

(3) In equation (2.37), x§"(R) has been used in two different ways. Retaining its
correct definition in equation (2.21) and replacing R by r, (2.37) should read

X&' (r) = [Cab)xy ¥ (1) + C2° (ab)xF™(x)] /Cs (ab)],

which differs in that the quantities on the right-hand side previously designated
x3"(r) and x£*(r) have been replaced by x5%*(r) and X" (r). The left-hand side
of (2.38) should read y5%*"(r) = and not X3P (r) = so that (2.38) yields the damping
function for just that part of the dipole-quadrupole interaction which arises from
the interaction of a dipole instantaneously present on ion a with the quadrupole it
induces on ion b. Also the two occurrences of both d,; and dy,; should be replaced

by d,2 and dyz, respectively, so that (2.38) should read

X&) = {1+ [(dva/daz) — (das/d2))
x[Q3(daz, dpz, ) exp(—daar) + Qa(daz, dys, 7) exp(—dyr)]}?
+%(db2r)4[(db2/da2) — (daa/di2)] "
X[Qs5(daz; dya, 1) exp(—dazr) — Qg(daz, dia, ) exp(—dpar)]?.

The damping function XgDab(r) is given by interchanging the labels a and b so that
X (r) = Xnga(r). These typographical errors do not affect the numerical results
because the latter were obtained from a computer program which correctly evaluated
all the damping functions.

The results for MgO calculated with the damping of the dispersion energy con-
tained slight inaccuracies because there was an error in the data input in the com-
putation of the O*~ 2p® 3s state needed to evaluate the 02~ dispersion damping
parameter d,;. The value of 1.820 in table 3 should be replaced by 1.696. This
slightly changes the computed values of D,, R, and B in the column headed (6) in
table 6 which should be 3014 kJ mol~!, 4.098 au and 18.0 x 10'° N m~2.

I thank Dr A H Harker of AEA Industrial Technology for drawing to my attention some of the
inaccuracies in the reported formulae for the dispersion damping functions.
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