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TABLE II. Comparison of difference energy between axial and equatorial forms in the S, state.

Theory B3LYP MP2-FC

Basis set 6-31+Gid) 6-311+G(d) co-pVTZ This work

Axial 80 117 7118 em™ -80 132 778.6 cm™! -79943 5724 cm™! Stable
Absolute energy ) e | . - 1 1 47 1
Equatorial =80 117 706.6 cm =80 132 775.0 cm =79 943 4324 cm
Potential bottom 52 em™! 3.6 em™! 140.0 em™!

Difference energy ~ .
e Zero level 79.2 cm”! 87.6 cm™! 477 em™!




