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Test results of simulation parameters
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Fig. S1 The surface energy of Ag(100) surface converge with respect to the number of layers with

two different slab model.
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Fig. S2 The total energy of Ag(100) surface converge with respect to the number of K-point
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Fig. S3 The total energy of water molecule converge with respect to the value of the
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Structure information

Ag(100) within a 3 x 3 geometry POSCAR
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