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HFOO ¢ -0.110

ooo 0.044
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000 r.=0.9573 A 0.=104.5 deg. pu=0.728 a.u.

A.Szabo and N. Ostlund D OO0 OO OOCOOOOOO
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AEap = Eap(§a D Ep) — Ea(§a) — EB(€B). (2.11)
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3.2.3 Polarizable Continuum Model (PCM)
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