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Fig. S1 The calculated phonon dispersion spectra of the most stable AC stacking 

MoSi2N4/VSi2N4 vertical heterojunction. 
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Fig. S2 The band structure of AC heterojunction under different uniaxial strain. Panels 

(a)-(e) are for compressive strain, (f) is unstrained, (g) and (h) are under tensile strain. 

 

 

Fig. S3 For the AA and AB heterojunctions under different strain we present in (a) the 

energy values of AA and AB relative to AC, (b) band structures of AA and AB 

heterojunctions. Panel (c) shows the first Brillouin zone of the vertical heterojunction 

systems. 
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Fig. S4 The band structures of AA and AB heterojunctions under different electric fields. 

 


