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Table 1. Equilibrium bond distance R, (A) and dissociation energy D, (kcal/mol) for S=3/2 state of
[Cr=CH,]".

Configuration %Cr(3d*4s")+’CH,(B,) °Cr(3d°)+’CH,(’B,) °Cr(3d°)+’CH,(’B,)
Basis Wachters DZ LanlL.2DZ Ahlrichs VDZ
Method R, D, R, D, R, D,
UHF 1.999 28.8 2516 10.7 2.480 10.0
PUHF 25.1 10.9 9.6
UB3LYP 1.869 75.3 1.866 55.8 1.843 55.4
PUB3LYP 74.6 55.0 54.9

Exp. 1.96 65+7
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Figure 1 . B3LYPLanL2DZ #tH5IC X % [Cr=CH,]" D fE#fh#R 2R3, S=3/2 OfRsEdhii %
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Figure. 2 Biradical spin structure for fully
optimized [CrCH,]".
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Figure 1. Potential energy curves for [CrCH,]" calculated by
UB3LYP/LanL2DZ method.



