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Fig. s1. Top (up) and side (down) views of optimized structures for (a) WSeTe and
(b)Zr2CO2monolayers. The hexagonal structures drawn by black lines represent the unit cells.



Fig. s2. Top (a) and side (b) views of the optimized structures of the WSeTe/Zr2CO2 
heterostructure with different staking patterns.



Fig. s3. Electron localization function (ELF) of WSeTe/Zr2CO2 vdW heterostructure of (O-
Se) (a) and (O-Te) (b) model, respectively.


