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Figure S1. The dissociative adsorption energy of O, on clean and oxygen-vacant ZnO surfaces. A
dashed circle denotes the position of the oxygen vacancy. The adsorbed O atoms dissociated from the
O, molecules are depicted as dark-red spheres in the figure.
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Figure S2. Scanning electron microscope (SEM) images of (a) commercial ZnO NPs and (b)-
(e) x M H,0 treated/annealed ZnO NPs (x = 0.125 and 1.000). (b), (d) ZnO NPs treated with
0.125 M of H,0,. (c), (¢) ZnO NPs treated with 1.000 M of H,0O,. (b) and (c) represent the
NPs before annealing at 400 “C, and (d) and (e) represent the NPs after annealing at 400 °C.



