Definitions
interaction energy:  Einy = E(AB,1)"® — E(Are) — E(B,re)
BSSE correction:  Egsse = AEe™emie = [E(A, 1) ® + E(B, 1) ®] - [E(A, 1) + E(B, 10)]

deformation energy: Edeformation,total = Edeformation(A) + Edeformation(B) = [E(A) rC) - E(A, re)] + [E(B; rC) - E(B, re)]

BSSE corrected interaction energy:

Eint.corr = Eint — EBsse

Einteorr = E(AB,1)*® — E(Are) — E(B, re) — Egsse

Einteorr = E(AB, 1) *® — E(A, re) — E(B, re) — [E(A, ro)*® + E(B, ro)*®] + [E(A, 1) + E(B, 10)]
Einteorr = E(AB, 1o)"® —E(A, re) — E(B, re) + [E(A, 1) — E(A, 1o)*®] + [E(B, ro) - E(B, ro)*®]
Einteorr = E(AB, 1) ® —E(A, r)*® — E(B, r)*® + [E(A, 1) — E(Are)] + [E(B, 1) — E(B, re)]
Einteorr = E(AB, 10)*® — E(A, r)*® — E(B, 1)"® + Eormationso



