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Table 1 H,CO orbital energies (hartree) and their differences (eV) from neutral state.

Main Neutral Cation

Orbital nature 0Ols? Cls? 02s*

1 Ols -19.150 -23.505 (-118.49) -20.071  (-25.04) -20.224  (-29.21)
2 Cls -10.276 -11.124  (-23.07) -13.626 (-91.17) -11.191  (-24.91)
3 02s -1.072 -2.189 (-30.40) -1.990 (-24.98) -2.009 (-25.51)
4 C2s -0.641 -1.613  (-26.46) -1.535 (-24.32) -1.386 (-20.27)
5 T -0.503 -1.534 (-28.05) -1.409 (-24.65) -1.359  (-23.28)
6 o -0.461 -1.318 (-24.68) -1.319  (-23.33) -1.277 (-23.57)
7 T -0.411 -1.532  (-29.15) -1.305 (-24.33) -1.331  (-23.68)
8 n -0.278 -1.128  (-23.13) -1.067 (-21.47) -1.091 (-22.11)
9 T* -0.060 -0.845 (-21.34) -0.930 (-23.66) -0.844 (-21.33)
10 Rydberg 0.005 -0.552  (-15.15) -0.564 (-15.49) -0.511 (-14.04)
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Table 2 Excitation energies and oscillator strengths of neutral and cationic states of H,CO molecule.

Main Neutral Cation
Transition Ols™ Cls* 0257
Ae f Ae f Ag f Ae f

8(n)—9(n*) 4.00 0.000 537 (1.37) 0.000 1.03  (-2.98) 0.000 4.51 (0.50) 0.000
8(n)—10(Ry) 6.71 0.034 13.95 (7.24) 0.004 12.45 (5.74) 0.051 14.07 (7.37) 0.001
6(c)—9(*) 9.15 0.000 12.14 (2.43) 0.139 8.95 (-0.20) 0.018 10.10  (0.40) 0.009
7(1)—9(n*) 9.70  0.102 17.59 (8.43) 0.051 11.53  (1.82) 0.095 13.94 (4.79) 0.142
5(m)—9(n*) 10.12  0.000 16.54 (6.43) 0.000 10.71  (0.59) 0.000 11.61 (1.49) 0.000
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