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(a) (b) (c)Antifungal azoles Psychoactive MDR-related drugs

Average structural similarity = 0.77 Average structural similarity = 0.67 Average structural similarity = 0.37
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Calyculin A

Rapamycin
Wiskostatin

M
iconazole 100 nM

Econazole 0.12 uM

Sulconazole nitrate 0.24 uM

Itraconazole 4.4 uM

Itraconazole 37.6 uM

M
iconazole 50 nm

Econazole nitrate 0.24 uM

Drofenine 750 uM
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