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Table S1

Equilibrium structures of the intermediate complexes for proton dissociation and transfer in NH,OH(H,0),(n = 1-4) in

the Sy and S, states. The S, state structures were obtained from DFT/B3LYP/aug-cc-pVDZ geometry optimizations

and those in the S; state were representative dynamic equilibrium structures sampled from NVT-BOMD simulations
at the TD-DFT/B3LYP/aug-cc-pVDZ level. The total energies (E™!) and H-bond distances (Ro.o, Rn.o and Adps)

are in au and A, respectively. The excitation energies (EF*A! and EE*[B]) and vibrational frequencies are in eV and cm’!, respectively.
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Table S1 (cont.)

Ground state Excited state ETot EEx[Al EExBl  H-bond Rx.o Adpa yX-H
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(...) = values for the dynamic equilibrium structures in the S state.
= H-bond susceptible to proton dissociation.
X =0 or N atom.
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