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Figure S1. Sequence alignment of the GSK-3 structures of Leishmania major (Q4QE15)

and Homo sapiens (P49841). Some of the most important residues of the ATP binding

site (Pocket 0) and substrate binding site are depicted in blue and green respectively; in

red (Pocket 1), light blue (Pocket 4) and purple (Pocket 6 and 9).
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Table S1. Enzymatic and biological characterization of the 24 compounds from the MBC library selected by virtual screening.
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* MBC-10 at 10 pM causes 45.7 + 7.6 % inhibition of LdGSK-3s activity.
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