1.374
1377

1.368
IM2 (Cy)

TS4 (IM1 -- IM2)

1388
R 1.358
1.362 . (— 1 5%9 4

(G (H
TS7 (IM2 -- CHy + HCOOH)

H
1.342
1.350
......... 1221
1.965 1.226
1.956

TS10 (IM2 - H, + CH;0CO)

TS11 (IM3 -- CH,OH + CH,0)

Figure S1. MP2/6-311G(d,p) (upper) and MP2/G3MP2Large
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geometries for the intermediates and transition states involved in the O + CH3OCH;,

reaction. Bond distances are in angstroms and angles are in degrees.



