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Table S1. The dissolution potential (Ug;) of metal for the four catalysts

Structures Er (eV) | Ugss (€V)
MoP,G -2.76 0.57
MoN,P;G -2.88 0.59
MoN,P,G a -0.9 0.26
MoN,P,Gf -3.78 0.74
MoN,P,Gy -0.18 0.14
MoN;P,G -4.8 0.91
MoN,G -4.32 0.83
MoG -3.24 0.65

- Ef/ne

_ 0 0
Uyiss 18 calculated as Udiss = Uaiss , Where Udiss and n represent the standard dissolution

potential of bulk metal and the number of electrons included in the dissolution, respectively. Ef is

EszMo—P N ¢ Ep n ¢ Eumo
nm nm

calculated by , where EyopaNmGs Erainmg, and Eyy, are the total

energy of the catalyst, substrate, and molybdenum atom in its bulk structure, respectively.
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Figure S1. Total Energy and temperature variation with simulation time for the eight studied
catalysts.
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