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QM/Pm(H2O)4

Figure S1: H-N distance computed along TSH trajectories of full-QM Pm(H2O)4. Lines corre-
sponding to EDPT events are highlighted; the final cross indicates that the trajectory is terminated
before 100 fs
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Figure S2: Decomposition of four lowest CT states (states are considered as CT if the CT character
is above .75) in terms of transitions between molecular orbitals on some snapshots of the reactive
trajectory shown in Figure S1. MOs are represented as isosurfaces at +/- 0.02, transitions are
represented with arrows having a width proportional to the weight of the transition itself.
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