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Ŝ
2
HS

" Ŝ
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F2

F2 re #e

re / Å #e / cm-1Method

6-31G* 6-31+G* 6-31G* 6-31+G*

RHF 1.345 1.347 1245 1233

AP-UHF 1.640 1.651 591 542

Expt. 1.412 917

Atomic mass of F atom is 18.99840 amu.

" re #e

re / Å #e / cm-1

Method 6-31G* 6-31+G* 6-311+G* 6-31G* 6-31+G* 6-311+G*

RHF 1.166 1.166 1.154 1998 1998 1997

UHF 1.167 1.168 1.157 1997 1980 1988

AP UHF 1.165 1.165 1.154 1998 1989 1976

Expt. 1.216 1484


