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Figure S1. Relative energy (eV) of different FenCu13-n (n = 1, 2, 7, 11, 12) nanocluster 
configurations.



Figure S2. The profiles of the potential energy surface ( ΔG, eV ) of CO2 molecules reduction 

on Cu13 and FenCu13-n (n = 1, 2, 7, 11, 12) nanoclusters, illustrating the relative energies of 

various intermediates and products in the reaction pathway.





Figure S3. The profiles of the potential energy surface (ΔG, eV) of 2CO molecules reduction 

towards C2 products on (a) Cu13, (b) Fe2Cu11, and (c) Fe12Cu1 nanoclusters, illustrating the 

relative energies of various intermediates and products in the reaction pathway.



Figure S4. Optimized geometries of (a) Fe7Cu6/CNT and (b) Fe11Cu2/CNT.


