Class A, BBI

—— BBI:B - Ser 70:0G
—— Ser 70:0G - Ser 70:HG1
—— Ser 70:HG1 - H20:0H2
—— H20:H2 - Glu 166:0E2
Ser 70:HG1
—— Ser 70:0G
—— BEL:B
Glu 166:0E2
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H20:H2
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Class C, BBI

#1 1#2 —— BBI:B - Ser 64:0G
i —— Ser 64:0G - Ser 64:HG1
—— Ser 64:HG1 - Tyr 150:0H
= Ser 64:HG1
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= Tyr 150:0H
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Class D, BBI

#A3 —— BBI:B - Ser 81:0G
#4 —— Ser 81:0G - Ser 81:HG1
—— Ser 81:HG1 - H20:0H2
= H20:H1 - Asp 84:0D1
Ser 81:HG1
—— Ser 81:0G
__’\/—\/\M —— BBIB
H20:0H2
H20:H1

— N Asp 84:002
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Figure S2. Atomic distances (upper subplots), and effective Mulliken atomic charges (lower subplots)
of atoms directly involved in the reaction pathway, presented for BBI docked to B-lactamases which



belong to the A, C, and D classes, respectively. The simulation results in the plots are based on the “first
simulation” described in Table 2. The reaction steps, marked with vertical dashed lines, correspond to
denotations in Table 2 and in Figure 7.



