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Table S1: 1% cycle hits. Identified hits are listed along with their Glide score
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Table S2: 2" cycle hits. Hits were identified by searching analogues with 90%
similarity to compounds 1-4,1-6, and 1-7. Hits are sorted by score values.
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Table S3: 3" cycle hits. The search identified molecules bearing
anthracene/piperazine/ cyclohexane substructures and filtered by docking into the
GSK-3 substrate binding site.



Table S4: GSK-3 ATP competitive inhibitor used in PCA analysis

ChEMBL # Name
CHEMBL102714 SB-216763
CHEMBL322970 SB-415286
CHEMBL1080901 CHIR-99021
CHEMBL259850 AR-A014418
CHEMBL1969664 AZD1080
CHEMBL2178570 AZD4818
CHEMBL405759 TWS119
CHEMBL209849 Indirubin-3-Acetoxime
CHEMBL126077 indirubin-3’-monoxime
CHEMBL 336961 1-Azakenpaullone
CHEMBL50894 Alsterpaullone
CHEMBL7463 GF-109203
CHEMBL296586 Kenpaullone
CHEMBL 259638 Cazupaullone
CHEMBL409450 6Bio
CHEMBL3747661 VP2.51
CHEMBL362558 LY-2090314
CHEMBL300138 LY317615
CHEMBL2177167 Pyrazine analogue
CHEMBL2182002 Pyrazine analogue
CHEMBL2386102 Melemiede
CHEMBL2163772 dihydroxy-1-aza-9-
oxafluorene
CHEMBL319244 Cafeic acid
CHEMBL388978 Staurosporine
CHEMBL50498 Meridianin A
CHEMBL584304 XD-4241
CHEMBL4073799 Dibromocantherelline
CHEMBL 75680 Aloisine A
CHEMBL 3621636 Hymenidin






