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Figure S1. Steric overlaps in four possible CPO-I/CBMS transition state complexes. Color code:
green—atoms within 3 A of the substrate; yellow-atoms within 2 A; red—atoms within 1 A.



Int. ]. Mol. Sci. 2016, 17, 1297; d0i:10.3390/ijms17081297 S2 of 524

Data S1. Constraints on the proximal peptide fragments of model B. Geometry constraints on the
proximal peptide fragment that were applied to maintain backbone and side-chain hydrogen bonds,
backbone ¢, dihedrals, and the orientation of the proximal helix relative to the heme moiety as in
the crystal structure 1CPO.

geometry adjust noautosym nocenter
zcoord

#prox helix/heme orientation
torsion 23 21 58 59 constant
torsion 21 58 59 63 constant
torsion 58 59 63 64 constant
torsion 59 63 64 65 constant

#backbone @,y

torsion 64 65 66 67 constant
torsion 65 66 67 68 constant
torsion 67 68 69 70 constant
torsion 68 69 70 71 constant
torsion 70 71 72 73 constant
torsion 71 72 73 74 constant
torsion 73 74 75 76 constant
torsion 74 75 76 77 constant
torsion 65 64 63 78 constant
torsion 64 63 78 79 constant
torsion 78 79 80 81 constant
torsion 79 80 81 82 constant
torsion 81 82 83 84 constant
torsion 82 83 84 85 constant
#backbone hb

bond 74 110 constant

bond 77 121 constant

#prox helix ASN side chain -loop backbone hb
bond 84 150 constant

bond 97 160 constant

end

end
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Data S2A. Cartesian coordinates of the 1R2S and 1S2R CPO-I/CBMS transition state docked

structures.
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Data S2B. Cartesian coordinates of the 1R2S stationary points.
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