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Figure S1 Molecular models of Fe-slab@adsorbate top and side view; MET1 (a & b), MET2 (¢
& d), MET3 (e & g), and clean slab (h & 1). Metformin tautomers are shown in balls and sticks,

while slab atoms are shown in spheres. All models are colored based on the atomic charges.

Table S1 Atomic charges calculated using Bader analysis as implemented by Henkelman group.

Atom MET1 MET2 MET3-I Fe-slab-clean
Fe -0.168 -0.379 -0.385 -0.286
Fe +0.330 +0.317 +0.449 +0.713
Fe -0.422 -0.328 -0.447 -0.217
Fe +0.534 +0.529 +0.598 +0.871
Fe -0.386 -0.423 -0.421 -1.027
Fe +0.483 +0.531 +0.478 +0.677
Fe -0.517 -0.529 -0.651 -1.613
Fe +0.237 +0.332 +0.380 +0.500
Fe -0.584 -0.576 -0.585 -0.349
Fe +0.319 +0.385 +0.409 +0.765
Fe +0.103 +0.243 -0.297 -0.286
Fe +0.078 +0.222 +0.338 +0.713
Fe -0.341 -0.518 -0.466 -0.217
Fe +0.529 +0.551 +0.514 +0.871
Fe -0.352 -0.444 -0.433 -1.028
Fe +0.479 +0.437 +0.435 +0.677
Fe -0.135 -0.210 -0.505 -1.613
Fe +0.050 -0.017 +0.391 +0.500
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