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Fig. S1 The projection map of each atomic band structure of MoAZ3H monolayer calculated by 
PBE function with Fermi level set to 0. 



Fig. S2 Band structure diagram of MoAZ3H monolayers calculated by HSE+SOC function, with 
Fermi energy level set to 0.

 



Fig. S3 (a)–(c) are Berry curvature diagrams of Janus MoSiA3H (A = N, P, and As) ML in Brillouin zone. (d)–(f) 

are the corresponding Berry curvature curves along the high symmetry path.

Fig. S4 Phonon spectra of the MoSiN3H, MoSiAs3H and MoGeN3H under the tensile strain of 10%.


