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Fig. S1. Band structures of PdS, under 12.5%Vj calculated (a) with SOC and (b) without SOC, PdSe,
under 12.5%Vs, calculated (c) with SOC and (d) without SOC.
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(b) PdSe,
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Fig. S2. Band structures of (a) PdS, and (b) PdSe, with Vg, and Vpq under different vacancy

concentrations.



