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Supplementary Figures

Figure S1. Supercell (2>) of (a) Fe-NH-MOF, (b) Fe-O-MOF, and (c) Fe-S-MOF monolayers.
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Figure S2. The optimized top and side views of H, OOH, O, and OH on Fe-NH MOF monolayer.
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Figure S3. The optimized top and side views of H, OOH, O, and OH on Fe-O MOF monolayer.
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Figure S4. The optimized top and side views of H, OOH, O, and OH on Fe-S MOF monolayer.
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Supplementary Tables

Table S1 Optimized lattice constants (l.) vs total energies (Ewt) of Fe-NH-MOF, Fe-O-MOF, and

Fe-S-MOF monolayers.

Fe-NH MOF Fe-O MOF Fe-S-MOF

(la) (A (Etor) (V) (Ia) (A) (Etot) (V) (Ia) (A) (Etor) (V)
12.40 -386.05408 12.00 -321.59756 12.00 -264.38453
12.50 -386.40396 12.20 -322.49340 12.28 -267.22506
12.55 -386.49375 12.25 -322.58313 13.20 -285.73598
12.58 -386.52149 12.26 -322.59447 13.55 -287.37690
12.59 -386.52601 12.27 -322.60345 13.57 -287.40530
12.60 -386.52834 12.28 -322.6090 13.60 -287.43616
12.61 -386.52848 12.29 -322.61517 13.62 -287.44920
12.62 -386.52667 12.30 -322.61840 13.63 -287.45322
12.64 -386.51676 12.31 -322.61878 13.64 -287.45576
12.66 -386.49899 12.32 -322.61743 13.65 -287.45689
12.68 -386.47318 12.33 -322.61401 13.66 -287.45649
12.70 -386.43955 12.34 -322.60868 13.67 -287.45466
12.80 -386.16279 12.35 -322.60124 13.68 -287.45121
- - 12.40 -322.53530 13.70 -287.44023

- - 12.50 -322.30643 13.75 -287.38960

- - - - 13.80 -287.30549
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