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Fig. S1. The AIMD simulation at 300 K of PtS, (a) and HfGe,Ny (b)
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Fig. S3. Band structures of V3 %43 supercell PtS, (a), a unit cell HfGe,N, (b) and PtS,/HfGe,Ny

heterostructure (c) calculated using PBE functional.
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Fig. S4. Projected density of states of PtS,/HfGe,N, heterostructure.

Table S1

Calculated zero-pint energy correction (Ezpg), entropy contribution (TS, T=298.15K), total energy

(E).
Ezpe (eV) -TS (eV) E (eV)

* / / -268.02

*O 0.08 -0.06 -272.04

*OH 0.37 -0.09 -276.30

*OOH 0.38 -0.15 -281.42

*H 0.19 -0.03 -270.71

S2



