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Table 1. B3LYP/6-311++G**|Z L AB-D-7 /L — AD F i L i 1 B 1K e
*C,-cc-gt? *Hz-cc-gg Es-c-tg *Hz-c'-tg” E.-c-tg
Energy (a.u.) -687.4039 -687.3882 -687.3880 -687.3912 -687.3783
AE (kcal/mol) 0.000 9.908 10.016 7.969 16.074
imaginary
-86.557 -94.799 -102.221 -64.444

frequency (cm™)
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