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Table 1: Centroid analysis for CHs species.
CH3(ROHF) CH3(UHF) CHj (RHF) CH; (RHF)

STO-6G*
centroid of wé%mb
a-centroid® 1.4059 1.3443 1.2776 1.5321
(B-centroid® 1.4059 1.4678 1.2776 1.5321
(1.4061%)
spin density®
C 0.0 0.3807 0.0 0.0
H 0.0 -0.0468 0.0 0.0
<S2> 0.750 0.765 0.0 0.0
TZV+pol.3d(C)3p(H)/
centroid of 1/)5%017
a-centroid® 1.3739 1.3255 1.2726 1.4433
(-centroid® 1.3739 1.4241 1.2726 1.4433
(1.3748)
spin density®
C 0.0 0.1311 0.0 0.0
H 0.0 -0.0257 0.0 0.0
< 82> 0.750 0.761 0.0 0.0

% Molecular geometries are fixed to rog = 2.0262 au in D3, symmetry. The bond length is
obtained by the geometry optimization for CHg radical by ROHF with STO-6G.

b Localized molecular orbitals for CH bonds are obtained by Boy’s method.

¢ Distances from the carbon atom in au (see Fig. 1). ¢ Arithmetic average. ¢ At nuclei in au.
f Molecular geometries are fixed to roy = 2.0211 au in Ds, symmetry. The bond length is
obtained by the geometry optimization for CHs radical by ROHF with TZV+pol.3d(C)3p(H).



ohta
スタンプ




