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Fig. S1. All possible six patterns of CdO/PtS2 heterostructures. The Cd, O, Pt and S atoms are 
marked by Green, red, blue and yellow colors, respectively. The dashed lines represent the 
primitive cell.



Fig. S2: The PBE band structure of pristine and their heterostructures.



Fig. S3: The band structure of CdO/PtS2 heterostructures of stacking C, D, E and F.



Fig. S4. The enlarged electrostatic potential of CdO/PtS2-A and CdO/PtS2-B heterostructures. 
The ΔΦ is the vacuum level difference of both sides of heterostructures.


