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Table: Spectroscopic constants and CPU times of the Au dimers with BLYP (N = 324).

Analytic PS? PS + 1c PS+1c (L) Exptl.
R. (A) 2.559 2.555 2.557 2.557 2472
. (cm™) 167 167 167 167 191
Total Energy © 2282 -.1982 2274 -1966 e
CPU (h) ¥ 4.98 0.199/0.91 0.199/1.68 0199/1.09 -

a) Grid points: 75X 194 = 14550 / atom.

b) Analytical integrals are used for one-centre integrals. Grid points: 14550 / atom.
¢) —38098 au

d) Direct SCF calculation per 1 iteration.

e) Grid points: 35X 38 = 1330 / atom.
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