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Fig. S1 (a) The supercell (red and blue lines) of Sc2CO2 and MoS2 that used in Sc2CO2/MoS2 

heterojunctions. (b) Top views of Sc2CO2/MoS2 heterojunctions. 
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Fig. S2 Charge densities of VBM and CBM for Sc2CO2/MoS2 heterojunctions, and the 

transitions under the external electric field.



Fig. S3 The dependence of band structure on external electric field. (a) AB/1MS/AB; (b) 

AB/1MS/BA and (c) BA/1MS/AB. Red cross: unphysical states.



Fig. S4 Charge distribution at interface of AB/1MS/AB, AB/1MS/BA and BA/1MS/AB 

heterojunctions.



Table S1. The dependence of lattice parameter a (upper, Å) and interlayer distance (lower, Å) on 

external electric field (V/Å).
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