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8000 Tablel C-CODODOOOOOO (Unitincm™)
g %% B(CH) B(CHO) B (Total)
~ 4000y T, (C-C, 2.70) 48326 07932  5.6258
<1 2000 T, (Saddle Point) 48968 07538  5.6506
OE——1%"""3%T""3s5 T (Equilibrium) 52054 07257  6.0211
~ ©-C bond length / 1 S, (Equilibrium) 52759  1.0094  6.2854
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1) T. Kono et al. Chem. Phys. Lett., 201, 166 (1993).



