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Reaction with Met:

Reaction with A:
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11 (-2943.8551307) 12 (-2943.8665778)
11 (-2610.6411797) 1-2 (-2610.6516153)

Reaction with Cys:

Reaction with G:

I-1 (-2685.8865604) 1-2 (-2685.8927435) I-1 (-2865.227292) 1-2 (2865.2344339)

Figure S1. B3LYP/6-31G(d)/LanL.2DZ optimized geometries for the intermediates (I-1 and I-2) involved in the reaction path for formation of [Pt(AHTC)
CI(Nu)]* complexes, where Nu stands by A, G, Met and Cys, respectively. Values of the total energy are given in parenthesis (in a.u.).
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