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Figuire S1. Snapshots of the model of Pt (111)/O2/H2O taken at the end of the simulation time 
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Figuire S2. Snapshots of the model of Pt (100)/O2/H2O taken at the end of the simulation time 
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Figuire S3. Snapshots of the model of Pt (110)/O2/H2O taken at the end of the simulation time 
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Figuire S4. Distribution of the two configurations of adsorbed O2 in models including 1200 water 

molecules. 
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