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Table S1. Validation statistics of the pharmacophore screening, showing the fraction of actives in

both the initial VS library and in the subset of compounds selected by pharmacophore screening.

Commercial Active

. % actives
compounds ligands

Initial pre-fll'tered 409484 524 0.13
compounds library

Pharmacophore

screening results 1486 151 9.2

Retained
compounds (%) 0.36 29




Table S2. Ligand RMSD and H-bond analysis during the MD simulation of the six analyzed ligand-
hDHODH complexes.
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compound gvsD (&) (%) (%) (%)
CPD1 0.7 100 100 83
CPD2 1.0 100 100 67
CPD3 0.8 100 100 45
CPD4 0.4 100 83 80
CPD5 0.7 100 100 81

CPD6 0.5 78 90 46




