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MP2 AE (Kcal/mol) CCSD(T) AE (Kcal/mol)
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sepvee *E*)l'OOZS

cc-pvaz 0.9975 a1
Vo (*)1.1118
aug-cc-pvaz BEs e (*%)1.2516
. *)1.1460
aug-cc-pV5Z 1.2054 aug-cc-pV5Z (1*;1 o

(1) CBS 1.2437 :
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(**) numerical geom opt.

(1),(2) S.Kozuch, J.M.L.martin, JCTC,2013,9,1918-1931
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Charge transfer (CT) -2.016
Electrostatic (ES) -1.048
Polarization (Pol) -1.766
Exchange (EX) -0.514

Deformation (DEF) (H20) 2.983
(CH3Cl) 2.157

Self Energy (SE) (H20) 0.496

(CH3Cl) 0.405
Electrical (ES+POL+SE) -1.912
Intermolecular (CT) -2.016
Core (EX+DEF-SE) 3.725
Total Interaction -0.203
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