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Figure S3: Optimized atomic structure of (a) Oy, (b) O, and (c) O system.
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Figure S4: Partial density of states of (a) Moy, (b) Mo,;, and (d) Mog, system.
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Figure S5: Partial density of states of (a) Sy, (b) Sg, and (d) S¢; system.
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Figure S6: Partial density of states of (a) Ov, (b) Op, and (d) Oc; system.



