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Ap.* Ap,*
Ag,=0.1533 a.u. Ag,=0.119 a.u. Ag,=0.096 a.u. Ag, =0.090 a.u.

AEoi,1 =—4.32 kcal mol™' AE,,=-2.06 keal mol-' AE,, =—2.46 keal mol-’ AEDL5 =-2.36 kcal mol-'

Ap®

Aq, =0.077 a.u. Ag,=0.074 a.u. Ag, =0.069 a.u. Ag,=0.059 a.u.
AE, ;= —1.85 keal mol-' AE,, =-1.69 keal mol-' AE,,=-1.43 keal mol-’ AE,,=—1.06 keal mol-'

Apyg?

Ag,,=0.054 a.u.
AE . =-0.77 kcal mol™'
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