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Supplementary figures that were mentioned in the text of the main paper are presented here. Note that the figure
number corresponds to the data presented (and discussion) with the same number in the main paper.

The Cartesian coordinates of the calculated complexes are available in PDB format.
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Figure S1. The RMSD plots for the imipenem (A) and meropenem (B) complexes from random seed, and
starting from different sets of atomic coordinates and velocities.
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Figure S4. The time evolution of the root mean square deviation (RMSD) of the remaining inhibitor/Ldtme
complexes during 25 ns of MD simulations. (Refer to Figure 2 of the main paper for the inhibitor structures).

2



Figure S6. 3D structures for imipenem/ex-LdtMt2 complex in open (red) and closed conformations

(blue) overlapped highlighting the B-hairpin flap region. The RMSD value found between these
conformations is 3.40 A.
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Figure S8. Average binding free energy decomposition per residue for inhibitor/Ldtme complexes
obtained by MM/GBSA approach. (Refer to Figure 2 of the main paper for the inhibitor structures).



