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Figure S1: QM/MM optimized structure of the various intermediates For CO ligand
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Figure S2: QM/MM optimized structure of the various intermediates For O, ligand
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Table S1: Relative energies (kcal/mol), obtained with different methods and basis sets for the
QM/MM calculations with the H,O ligand. The various energies are defined in Eqns. 2 and 3,

except thatEMM = EMM]Z — EMM]-

Method QM/MM QM-+ptch Big-QM Eot
DFT TPSS TPSS TPSS TPSS B3LYP  TPSS Eisy Ewn  Ey,
Basis SV SV TZ QZ TZ SV
1 00 00 00 00 0.0 0.0 0.0 0.0 00 00
Tsl 34 39 46 48 6.2 7.1 -0.6 01 64 89
2 -60.0 -585 -62.0 -632 -71.0  -61.1 1.6 0.5 -59.9 -73.6
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