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Special analytic formulae for the overlap integrals between s-, p- and d-Gaussian functions
are given. In contrast to general formulae, they have a simple form useful for numerical calcula-
tions.

TIpuBOaATCA CrieLManbHbIE aHAJMTHYECKHE GOPMYIIBI MHTErPaIOB NIEPEKPBIBAHMSA IJIs TaycCo-
BbIX yHKuMit THNA 5, p ¥ d. ITo cpaBHEHH!IO ¢ 06LIMMA GOPMYIIaMH, IPEEMYIIECTBOM 3TUX GHOpPMYJT
ABJIIETCS MPOCTOTA MX GOPMBI, YIOOHASA AJIA YUCIICHHBIX PaCcYeTOB.

V préci jsou uvedeny specialni analytické vzorce pro pfekryvové integraly mezi Gaussovymi
funkcemi typu s, p a d. Ve srovnani s obecnymi vzorci je vyvhodou téchto vzorct jejich obzvlast
jednoduchy tvar, vhodny pro numerické vypocty.

The Gaussian functions of the type

(x = A4) (y — A4)"(z — A.)" exp (—ar))

belong to the most frequently used functions in quantum chemistry.

The overlap integrals between these functions can be evaluated according to
general formulae given for example in [1] or [2] where also special formulae for s-
and p-functions can be found. The use of these general formulae, however, is for
d-functions time consuming and complicated. Therefore, we derived special formulae
for the overlap integrals between s, p,, p,, p,, dxy, d,;, d,;, dy2— 2 and ds,a_,. func-
tions. The use of the formulae listed below leads to the reduction of the computer
time by the factor 10—100. The convention AB; = A; — B;, i = x, y, z is used

throughout. We assume here that ij = xy, xz or yz.
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