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Table1 Comparison of calculated and experimental CEBE, o,-c, splitting
and reference weight in the perturbation calculation in N, and C;Hy(in eV).

Calc.

Ic. Exp. t (%
Symmetry Calc (average) Xp wt (%)
N,
Gerade 410.0789 95.91
410.03  409.92%
Ungerade 409.9824 95.93
646y, splitting 0.097 0.097 ®
CH,
Gerade 290.9725 93.18
290.92 291177
Ungerade 290.8674 93.22
Gg-Gusplitng  0.105 0.105 ¥
a) ref. [4]. Db)ref. [5]. c)ref. [6].
Table2 o,G,splitting in N, in {(N-N) = r+a (A).
a(A) 0.0 0.2 0.4 0.6 0.8
Gg-Cu
. 0.0965  0.0825  0.0735 0.0657  0.0590
splitting (e V)

Table 3 Comparison of calculated and experimental 1s—7*core excitation
energies in CO and H,CO (in eV).

Mol and Orb. MCSCF GMC-PT Exp.
co
Cls 288.53 287.19 287.40
01s 535.76 534.41 534"
H,CO
Cls 287.65 285.83 286.0 9
Ols 532.20 531.09 530.8 9
a) ref. [7]. b)ref. [8]. c)ref. [9]

Table 4 Referenced orbital effect in the calculation of C 1s—17* core
excitation energies in H,CO (in V). GMC-QDPT results.

referenced

Calc. Exp.
MO set
RHF 283.10 (-2.93)
(1s)" optimized ~ 284.67 (-1.36) 286.0 Y

MCSCF 285.83 (-0.20)
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