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Figure S1. Calculated phase transition mechanisms for the Mo edge with 100%S.            
Figure S2. Optimized edges of 2H-MoS2. (a) Mo-edge with 0% S coverage; (b) Mo-edge 
with 50% S coverage; (c) S-edge with 50% S coverage; (d) S-edge with 100% S 
coverage.
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(a) Gliding mechanism 1 Structure unstable

(b) Gliding mechanism 2 Structure unstable

(c) Rotational mechanism 1 Structure unstable

(d) Translational mechanism 1 Structure unstable

(e) Translational mechanism 2 Structure unstable

(f) Translational mechansim 3 ∆E = 3.69 eV

Figure S1. Calculated phase transition mechanisms for the Mo edge with 100%S.
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Figure S2. Optimized edges of 2H-MoS2. (a) Mo-edge with 0% S coverage; (b) Mo-edge 
with 50% S coverage; (c) S-edge with 50% S coverage; (d) S-edge with 100% S coverage.
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