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Fig. S2 Ligplot of Natamycin to BACE-1



Fig. S3 The comparison of binding conformations between co-crystallized ligand of monoamine oxidase

B (PDB code: 4A7A) and droperidol

Fig. S4 The comparison of binding conformations between co-crystallized ligand of monoamine

oxidase B (PDB code: 4A7A) and glimepiride



Fig. S5 The comparison of binding conformations between co-crystallized ligand of monoamine oxidase

B (PDB code: 4A7A) and haloperidol

Fig. S6 The comparison of binding conformations between co-crystallized ligand of butyrylcholinesterase

(PDB code: 4BDS) and droperidol



Fig. S7 The comparison of binding conformations between co-crystallized ligand of butyrylcholinesterase

(PDB code: 4BDS) and pancuronium

Fig. S8 The comparison of binding conformations between co-crystallized ligand of butyrylcholinesterase

(PDB code: 4BDS) and risperidone



Table S1 The docking results of 211 FDA-approved drugs to the seven targets

Docking results (kcal/mol)

Drugs Structures
NMDA CDK5 BChE AChE GSK-38 BACE1 MAO-B
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Table S2 The docking results of 74 drugs with corresponding data in the CMap dataset

Docking results (kcal/mol)

Drugs
NMDA  CDK5 BChE AChE GSK-33 BACE1 MAO-B
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