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Figure S1. Two phases of MgH2, (a) the tetragonal MgH2 with symmetry of P42/mnm, α-phase  

and (b) the layered bulk structure of 2D II-phase, P42/nmc. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



 

 

Figure S2. Snapshots (top and side views) of 5 × 5 × 1 supercell of 2D P-4m2 MgH2 at the 

(a) 0 ps (b) 3 ps and (c) 6 ps at 300K 

 


