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Figure S1. The potential energy surface (PES) calculated at the B3LYP/6-311++G(d,p) level for the S, state of para-diethoxybenzene
(a), and the two dihedral angles ot and 3 used for the PES scan (b). Eight local minima are identified in the figure, corresponding to
the six rotamers of para-diethoxybenzene: cis-out-0 (or cis-0-out), cis-out-out, cis-out—in (or cis-in—out), trans-out-0 (or trans-0-out),

trans-out-out, and trans-out—in (or trans-in-out), respectively.



