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Ag,=0.132 a.u. Ag,=0.123 a.u. Ag,=0.119 a.u. Ag,=0.112 a.u.
AE,, =-2.62kcal mol™" AE_,=-263kcal mol”" AE_,=-223kcal mol”' AE_, =-2.27 kcal mol™

Ag,=0.100 a.u. Ag,=0.091 a.u. Ag,=0.080 a.u. Ag, =0.060 a.u.
AE,,=-1.95kcal mol”" AE, =-173kcal mol™ AE_, =-1.24 kecal mol”" AE_, =-0.90 kcal mol™

Ap10‘1’
Aq,=0.057 a.u. Ag,,=0.054 a.u.
AE_ , =-0.83 kcal mol™! AE ,, =—0.79 kcal mol~'



