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Table S1 Energy decomposition of the adsorption energy of H,O on clean and

oxygen-
preadsorbed Cu surfaces (eV).
M o/M
Ed  Egpp  Enio  Eim Eod  Eff. EN, Eie
(111) -0.22 0.09 0.00 -0.31 -0.65 0.12 0.13 -0.80
(110) -0.38 0.06 0.00 -0.44 -0.90 0.15 0.17 -1.22
(110)-(1x2) -0.29 0.11 0.01 -0.41 -0.35 0.15 0.02 -0.52
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Figure S1 The transition states (TSs) of H,0 partial dissociation on clean and oxygen-preadsorbed copper
surfaces.



