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Supplementary Data

(1) Reaction path of benzene cation radical formation from tropone supporting Figure 3.

     Distances are in Angstrom.   For two TSs, reaction-coordinate vectors corresponding to sole imaginary frequencies, ‡s, are sketched.   For 1+•, an in-plane vibrational mode (12 = 854.1 cm–1) of the irreducible representation A1 is shown.
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(2) Dehydrogenation path of tropone supporting Figure 4.
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(3) Reaction path of benzene cation radical formation from tropothione supporting Figure 5.
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(4) Dehydrogenation path of tropothione supporting Figure 6.


 EMBED Word.Picture.8  


_1064323582.unknown

_1064323583.unknown

_1064323580.unknown

_1064323579.unknown

