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Figure S1. Drug Properties of PT.
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Pharmacokinetics
SMILES  COctee(C=Ce2ece(ce2)0)ce(c1)0C Gl absorption High
Physicochemical Properties B8B permeant Yes
Formula C16H1603 P-gp substrate No
Molecular weight 256.30 gimol GYP1A2 inhibitor Yes
Num. heavy atoms 19 CYP2C19 inhibitor Yes
Num. arom. heavy atoms 12 CYP2C9 inhibitor Yes
Fraction Cspd 012 CYP2DS inhibitor Yes
Num. rotatable bonds 4 OYPaAd inhibior o
Num. H-bond acceptors 3
o o ; Log K, (skin permeation) @ -5.18 cms
Molar Refractivity 76.82 Druglkeness
psa sa.00 e Lipinski Yes; 0 violation
Ty Ghose Yes
Log Py (LOGP) 3.02 Veber Yes
Egan Yes
Log Pos (XLOGP3) 378
Muegge Yes
Log Pos (WLOGP) 398 Bioavailability Score 055
Log Poy (MLOGP) 276 Medicinal Chemisiry
Log Popy (SILICOS-IT) 3.61 PAINS Oalert
Consensus Log Pojy 331 Brenk 1 alert: stibene
Leadikeness No; 1 violation: XLOGP3>3.5
Synthetic accessibilty 220





