Table S3. Multiple common anchor substructures (blue) identified from weakly homologous threading templates for D-
xylose isomerase from Arthrobacter sp. (PDB-ID: 1die) compared to the conserved substrate substructure reported by
Chiang et al. (red). The overlap between both substructures is colored in green. The anchor substructures are presented

for selected ligand clusters obtained for top-ranked binding pockets.
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