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Figure S1: Optimized atomic structure of (a) MoV, (b) MoAl, and (c) MoGa system.

Figure S2: Optimized atomic structure of (a) SV, (b) SF, and (c) SCl system.

Figure S3: Optimized atomic structure of (a) OV, (b) OF, and (c) OCl system.
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Figure S4: Partial density of states of (a) MoV, (b) MoAl, and (d) MoGa system.

Figure S5: Partial density of states of (a) SV, (b) SF, and (d) SCl system.



Figure S6: Partial density of states of (a) OV, (b) OF, and (d) OCl system.


