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1. The calculation models

Figure S1. Initial models of simulation are established. (a) H-O molecules on the rutile (110)
surface at the coverage of 2.0 ML. (b) H.O molecules on the anatase (101) surface at the
coverage of 2.0 ML. Grey, red, and white balls represent Ti, O, and H atoms, respectively.
The upper H,0O is represented by a stick model.
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2. System potential energy

The time evolution of potential energy is calculated. From Figure S1, the result

suggests that the system potential energy becomes stable after the water dissociation.
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Figure S2. The time evolution of potential energy on (a) the rutile (110) surface and (b) the

anatase (101) surface during the NVT RMD simulation of water dissociation.
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3. The interfacial H-bond on the anatase (101) surface.

Figure S3. The molecular absorption of H,O on the anatase (101) surface.
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