Supplementary materials

DB08177. (E)-3-{5({5-(4-CHLOROP DBO7838, (Z)-3-BENZYL-5-(2-HYDR || DB04769, "5-QUINOXALIN-6-YLME | DB11962, GSK-1059615
HENYL)FURAN-2-YLIMETHYLENE) | OXY-2-NITROBENZYLIDENE}-2-THI || THYLENE-THIAZOLIDINE-2 Score - 0.511
-4-0X0-2-THIOXOTHIAZOLIDIN-3- | OXOTHIAZOLIDIN-4-ONE Score : 0.536

YLIPROPANOIC ACID Score : 0.567

Score : 0.580

. | aH :I’
—{
b LEPelo)
i Eorale)
LT lelo) soe

HHeosOO

Figure S1. Similarity search on similar drug candidates or known bioactive molecules for the tested compound.

N Known
Target Common Uniprot  coeve) b Target Class Probability* actives
name ID
(3D/2D)
Lysosomal protective protein CTSA  P10618  CHEMBL615 FProtease .:| 31570 &
Thromboxane-A synthase TEXAST 24557 CHEMBL1235 CylochomePsso [l ] zwoi0 &
Peroxisome proliferator-activated receptor gamma PPARG P37231 CHEMBL235 Nuclear receptor .:l 20243

Figure S2. Target prediction for a tested compound using SwissTargetPrediction.



