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Property H,O H,S

Bond length (A) 0.95 1328
Bond angle 104.5 922
Dipole moment (D) 1.74 1.02
Total electronic E -7496175 -39431163
(a.u.)

EMO 1 (a.u.) -20.24094 —90.74556
EMO 2 (a.u.) -1.27218 -8.64806
EMO 3 (a.u.) -0.62173 -6.28057
EMO 4 (a.u.) -0.45392 -6.27842
EMO 5(a.u.) -0.39176 -6.27490
E MO 6 (a.u.) --- —0.89851
EMO 7 (a.u.) - -0.50076
EMO 8 (a.u.) - -0.39521
EMO 9 (a.u.) --- -0.27816
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Basis set | HF Energy (a.u.)
STO — 3G —39.727

4 - 31G —40.140

6 —31G* —40.195
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