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Figure S1. The RMSD profile from the intial structure of the molecular dynamics simulation.
The systems of CMY-2 in the free form (a) and the acyl complex with ceftazidime (b). The systems of CMY-
185 in the free form (c) and the acyl complex with ceftazidime (d).
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Figure S2. Hydrogen bonds between E114 and G116, L117 or S154.

2D histogram for the distribution for the distance and angle. “Distance” axis indicates the distance between the
Og1 atom (left) or the Og, atom (right) of E114 and the main chain N atom of G116 (a), L117 (b) or the O, atom
of S154 (c). “Angle” axis indicates the angle between the central hydrogen atom and each heavy atom. Each
points represents a snapshot from the molecular dynamics simulations, colored according to its counts shown

in the color-bar on the top right corner.
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Figure S3. Hydrogen bonds between K120 and D121.

2D histogram for the distribution for the distance and angle. “Distance” axis indicates the distance between the
N¢ atom of K120 and the Os; atom (left) or the Os, atom (right) of D121. “Angle” axis indicates the angle
between the central hydrogen atom and each heavy atom. Each points represents a snapshot from the molecular
dynamics simulations, colored according to its counts shown in the color-bar on the top right corner.
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Figure S4. Hydrogen bonds between S211 and E59.

2D histogram for the distribution for the distance and angle. “Distance” axis indicates the distance between the
O, atom of S211 and he O¢; atom (left) or the O, atom (right) of ES9. “Angle” axis indicates the angle between
the central hydrogen atom and each heavy atom. Each points represents a snapshot from the molecular dynamics
simulations, colored according to its counts shown in the color-bar on the top right corner.



