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Figure S1. HPLC-HRMS chromatogram of Arrabidaea brachypoda ethanol extract (negative mode).
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Figure S2. HPLC-HRMS chromatogram of Arrabidaea brachypoda ethanol extract (positive mode).
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time domain size: 65536 points LB: 0.300 GF: 0.0000

width: 8503.40 Hz = 17.0023 ppm = 0.129752 Hz/pt
number of scans: 16

Figure S3. 'H NMR (500 MHz, CD3;0D) spectrum of the compound 1.
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Figure S4. 3C NMR (125 MHz, CD3;0D) spectrum of the compound 1.
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Figure S5. DEPT NMR (125 MHz, CD30D) spectrum of the compound 1.
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Figure S6. HSQC spectrum of the compound 1 (CDsOD).
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Figure S7. HMBC spectrum of the compound 1 (CDs;0D).
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Figure S8. HPLC-UV of compound 1.



Figure S9. Computed parameter values (bioavailability radar, physicochemical properties, lipophilicity, water-solubility,

pharmacokinetics, drug-likeness, and medicinal chemistry) for conandroside. The parameters were obtained by using
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Physicochemical Properties

Formula C28H34015

Molecular weight 510.56 g/mol

Num. heavy atoms 43

Num. arom. heavy atoms 12

Fraction Csp3 0.46

Num. rotatable bonds 11

Num. H-bond acceptors 15

Num. H-bond donors 9

Molar Refractivity 143.62

TPSA 245.29 Az
Lipophilicity

Log Py, (ILOGP) 1.64

Log Py, (XLOGP3) -0.94

Log Py (WLOGP) -1.51

Log Py, (MLOGP) -2.57

Log Py (SILICOS-IT) 1.27

Consensus Log Py, -0.93

SwissADME web tool.!

Reference

1.

Log S (ESOL)
Solubility
Class

Log S (Al)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption

BBEB permeant

P-gp substrate

CYP1A2Z inhibitor
CYP2C189 inhibitor
CYP2C9 inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log Kp (skin permeation)

Lipinski
Ghose

Veber
Egan
Muegge

Bioavailability Score

PAINS

Brenk

Leadlikeness
Synthetic accessibility

http://www.swissadme.ch/index.php, accessed in October 2019.

Water Solubility

-2.51

1.87e+00 mg/ml ; 3.06e-03 mol/l
Soluble

-3.73
1.15e-01 mg/ml ; 1.88e-04 molil

Soluble

-0.08

5.07e+02 mg/ml ; 8.30e-01 mol/l
Soluble

Pharmacokinetics

Low

-10.69 cm/s
Druglikeness
Mo; 3 violations: MW=>500, NorO>10, NHorOH=>5

Mo; 4 violations: MW=>480, WLOGP<-0.4,
MR=>130, #atoms=70

Mo; 2 violations: Rotors>10, TPSA>140
Mo; 1 violation: TPSA=131.6

MNo; 4 violations: MW=600, TPSA>150, H-
acc>10, H-don>=5

0.17

Medicinal Chemistry
1 alert: catechol_A
2 alerts: catechol, michael_acceptor_1
Mo; 2 violations: MW=>350, Rotors>7
6.18
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