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Fig. S1. (a)—(c) Models for the 25% hydrogen adsorptions on the two layers of Se edge; (d) the comparison of the AGY values.
The black histograms represent the AG% values of the hydrogen adsorptions (25%) on the up and bottom layers of the Se edge
while the red histograms represent the AG% values of the four hydrogen adsorptions (50%) on the single layer of the Se edge.
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Fig. S2. Molecular dynamics simulation of MoSes slab system with hydrogen atoms adsorbed on
edge at high temperature of 600 K (a)—(c) and 700 K (d)—(f).
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Fig. S3. Molecular dynamics simulation of MoSes slab system with hydrogen atoms adsorbed on

edge at high temperature of 1000 K.
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