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Figure S1. (a) The relationship between the Mo-Mo bond length for MLs, BLs, in blue, orange 

respectively and applied strain.

Table S1. The calculated band gap of 2D structures using HSE.

Indirect band gap (eV) Direct band gap (eV)

ML (Monolayer) 1.08 1.52

BL (Bilayer) Metallic 0.45


