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A Mechanism of Charge Separation in the Initial-Stage Dynamics of Photo-Induced
Water Splitting in X-Mn-Water (X=0OH, OCaH) and Electron-proton Acceptors;
An Electron Wavepacket Study
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a) structure. b) 1-D projected potential curves.
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(c) Snapthots of unpaired electron density along the path.
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X-Mn-OHy --- A + hv — X-Mn-OH - - - HA*. (2)
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