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Table S2  Selected Z-matrices of the static and dynamic equilibrium structures of the
intermediate complexes in the Sy and S, states obtained from DFT/B3LYP/aug-cc-
pVDZ geometry optimizations and sampled from NVT-BOMD simulations at the
TD-DFT/B3LYP/aug-cc-pVDZ level, respectively. The Z-matrices of the
remaining structures can be sent upon request.
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