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Energy / eV

Figure S1: (TD-)LC-BLYP/DZP potential energy curves of the LE (G — G*)
and S, states starting with MINp g3, along the vector of gradient difference
between these states calculated at the minimum structure.

LE (G->G*)
T
MIN g3
] ]
O.IO. | .0.I4. | .0.I8

Mass-weighted distance

/ bohr - amu?

relative to the ground-state energy of the FC geometry.
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Figure S2: (TD-)LC-BLYP/DZP potential energy curves of the CT (G —
C*) and Sy states starting with TScri.cr1, along the vector of gradient dif-
ference between these states calculated at the transition-state structure. En-
ergies are relative to the ground-state energy of the FC geometry.

54



