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Figure S1. M062X/6-311++G** PES calculated at various C...N distances of [Phe] in vacuum (a)
and PCM (b) and [Phe][Ch] in vacuum (c) and PCM (d) and M062X/6-311++G**(PCM) structure

of the saddle points.

.AE is calculated as Ejpy,_coz- — (E[Phe]’ + Ecoz)
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