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Figure S1 (A) The pharmacophore model generated by LigandScout. All the chemical features are 

shown along with the interacting residues. (B) The combined pharmacophore generated on the basis 

of chemical features and shape of the substrate, KDO8P.  The hydrogen bond donors are indicated in 

magenta and hydrogen-bond acceptors are indicated in green dotted lines and spheres in (A) and (B), 

respectively. Negatively ionizable atoms are indicated by blue spheres and exclusion volumes are 

indicated as grey spheres in (B). 


