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Table 1 Calculated H-C—H angles and normal vibrational modes.

Method Spin State /LH-C-H* Mode"
W) (OF} w3

UHF BS 116.5 1203 3183 3332
AP 103.5 1420 3095 3177
RHF 103.6 1498 3104 3166
UB3LYP BS 114.1 1069 3008 3152
AP 104.5 1252 2959 3054
RB3LYP 101.8 1406 2912 2976

* In degree.” In cm™'. ,, w,, and w; represents the bending mode, the symmetric stretching mode, and the

anti-symmetric stretching mode, respectively.
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