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Fig.S1 The structure and energy of different stacking modes.
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Fig.S2 Adsorbed CO, molecule on MoS,/WS, surface.
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Fig.S3 The optimized structure diagram of S atom in different intermediate states.
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Fig.S4 Energy variation of different adsorbed metal structures during the whole reaction

process. (Mn, Fe, Ni, Rh, Ru, Pt).
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Fig.S5 Free-energy profiles for CO,RR on Cu@MoS,/WS,.



