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0000 ACE-b33 00™Oonoommoon Fig. 1. Entity-Relationship (E-R) diagrams of basis functions
on some concepts for computing molecular integrals.

Dot ERIO In the bracket is number of entities.
ERI= Y C,{NJH(N,} @
{N;} Table 1. CPU times for computing all ERIs (in seconds).
oodooooooooc,Oboooooooog M . . CPU time"
olecule Dimension - -
0O ROODODODOOOOOODODAHODODOOOO Present  Gaussian’ GAMESS
H,O 31 2.5 6.5 6.5

oo0bbodd«b0Ooobobooobbooo CoHe 132 679.0 2203.5 2289 3
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o Use PRISM algorithm.
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