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Figure S1. Total and partial density of stated for (a) Fe, (b) Co, (c) Ni and (d) Cu decorated N2P2 embedded graphene.
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Figure S2. Band decomposed charge density iso-surfaces of (a) highest doubly occupied state, (b) second lowest singly occupied state, (c) highest singly occupied state and (d) lowest unoccupied state of Fe-NPC.
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Figure S3. Charge density difference iso-surface plots (blue and yellow represent positive and negative charge density) for O2 adsorbed (a) Fe-NPC and (b) Co-NPC.
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