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Figure S1. Free energy of N2 reduction on Ru-PMA through (a) distal, (b) alternating, 

and (c) enzymatic mechanisms at zero and applied potentials.
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Figure S2. Free energy of N2 reduction on Ru-SiTA through (a) distal, (b) alternating, 

and (c) enzymatic mechanisms at zero and applied potentials.
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Figure S3. Free energy of N2 reduction on Ru-SiMA through (a) distal, (b) alternating, 

and (c) enzymatic mechanisms at zero and applied potentials.


