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Table S1. The methylcob(Il)alamin, homocysteine ion, and histidine substrates common
model CASSCF geometry optimization starting coordinates.
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Table S2. The cob(II)alamin bio inactive particle plus AdoMet substrate common model
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CASSCF geometry optimization starting coordinates.
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0.32894981
0.68037801
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-3.46412784
-1.97044674
-1.51659576
-2.17486103
-1.28635021

0.27830073
-0.15130441
-0.16705590
-0.68053034
-0.14119236

0.71118783
-1.68666351

1.49154382

1.27343072
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Figure S1. The active space orbitals surfaces, energy, and their electronic density
population at the beginning of the CASSCF geometry optimization of the homocysteine
negative ion methylcob(II)alamin cofactor and histidine common model: a) The Co-C bond
distance is equal to 2.08 A; b) The Co-N bond distance is equal to 2.35 A.
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Figure S2. The active space orbitals surfaces, energy, and their electronic density
population at the beginning of the CASSCF geometry optimization of the inactive particle
of the cob(Il)alamin cofactor and Adomet substrate common model. The Co-N bond
distance is equal to 4.00 A.
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