Methanol Natural Hybrid Orbitals Data Sheet
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of electrons)
Cl1-02 Is p
02 -Cl1 2s p
Cl —H4 Is p
H4-C1 4s
Cl1 —H5 Is p
H5-C1 Ss
Cl1 —H6 Is p
H6 - Cl1 6s
02 — H3 2s p
H3-02 3s
LP(1) s p
LP(2) s p

To convert Hartrees (a unit of energy):

1 Hartree = 2625.5 kJ/mole
1 Hartree = 627.5095 kcal/mole




