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Table I 1 s Ionization Potential of Small Molecules (in eV)

Molecule ASCF (A) ASAC (A) Exptl.
CH, (C1s™) 290.78 (-0.12) 291.18 (+0.28) 290.90
NH; (N1s™) 405.34 (-0.26) 406.04 (+0.44) 405.60
H,0 (O1s™) 539.15 (-0.73) 540.27 (+0.39) 539.88

HF (F1s™) 693.05 (-1.17) 694.57 (+0.35) 694.22
CO (C1s™) 296.89 (+0.76) 296.49 (+0.36) 296.13
CO (Ols™) 541.69 (-0.70) 542.91 (+0.52) 542.39

ASAC=E(Open-Shell SAC) — E(Closed-Shell SAC)
A =(Theoretical I.P.) — (Exptl. L.P.)
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Table 2 Ionization Potential of Small Molecules (in eV)

Molecule ASCF (A) Open-Shell SAC (A) Exptl.
CH, (1e™) 13.54 14.92 13.6, 14.4
NH; (3a,) 8.92 (-1.93) 10.42 (-0.43) 10.85
H,0 (1b,™) 11.09 (-1.53) 12.78 (+0.16) 12.62
HF (17" 14.46 (-1.59) 16.38 (+0.33) 16.05
CO (56 13.32 (-0.69) 14.20 (+0.19) 14.01
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