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8. Compared binding modes of compounds 1 and I
[image: C:\Users\Giulio\Desktop\Documenti Lachesis\MtbI\Molecules_Cromanoni\REVISIONS\FigureX\Figure_SX\Figure_S1_OK.tiff]
Figure S1. Minimized average structure of compound 1 (green) docked into MbtI catalytic site (gray), superimposed with the reference MbtI-compound I complex (dark cyan and purple, respectively), subjected to the same molecular dynamics simulation protocol.


9. Predicted binding mode of compound 1b
[image: C:\Users\pc\OneDrive - University of Pisa\Molecules_Cromanoni\REVISIONS\FigureX\Figure_SX\Figure_S2\Figure_S2_OK.tiff]
Figure S2. Predicted binding mode of compound 1b into MbtI catalytic site.
S26
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