Supplementary information

Figure S1: Compounds from ligand optimization process
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Figure S2: Binding poses of compound B, compound C, compound D, compound F,
compound G and compound H
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Table S1: Clustered known inhibitors, 28 from Tran et al., 2013 [2] and 7 from Soni et

al., 2015 [13]; Compound ID is given as: first four digits publication year and last two

digits compound number reported in the article. Highlighted in bold compounds were

used as query structures for 2D similarity search
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Figure S3: MD simulations of a) Uridine docked in Apo form (3D98), b) Uridine docked
in Glc-NAc-1-P bound form (4HCQ) and c¢) UD1 bound co-crystal structure (4G3Q)
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Figure S4a: Putative binding poses of VS hits ZINC000015107678,
ZINC000000485734, and ZINC000003279388, b) MD simulation of
ZINC000015107678, ZINC000000485734, and ZINC000003279388 for 20ns
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Figure S5: Overlay of the three VS ZINC000015107678, ZINC000000485734, and
ZINC000003279388, in human AGX1 (PDB ID: 1JV1). Ugly clashes are shown in red

color.

ZINC000015107678

’

Cys251

Cys251

ZINC000000485734

ZINC000003279388

& Val252
Cyszt:??x



