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Scheme 2. Possible pathways of the gold-catalyzed phenol synthesis.
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Figure 5. Molecular structures of the intermediates and products (Y =H,
CH,).

Table 1. Comparison of energy differences'® of the intermediates (AE,,)
and the products (AE,) between structures of type I and II in Figure 5.

Y-—-H Y =CH,

AE, " AE," AE,, " AE,"
gas phase —2.03 (—1.89) —0.82 (—0.69) —5.13 (—4.68) —0.07 (0.05)
PCMI¢! —0.59 (—0.41) —0.42 (—036) —4.17 (—3.97) 0.82 (0.93)

[a] Energy differences are shown in kcalmol '. Relative energies with
ZPE corrected are shown in parentheses. [b] AE= E(structure of type
II)—E(structure of type I). [c] PCM model calculation with £=78.6
(water).
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Scheme 5. Control Experiments
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