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Table S1 Predicted chemico-physical and pharmacokinetic properties for Apiin computed by SwissADME (http://www.swissadme.ch/index.php accessed

on 8th November 2021)

OCIC@HI10[C@@HI(Oc2ce(0)c3c(c2)oc(ce3=0)c2ecc(ce2)0)
SMILES [C@@H]([C@H](C@@H10)0)0[C@@H]10C[C@]([C@H]10)

(0)CO

Formula

Molecular weight

Num. heavy atoms

MNum. arom. heavy atoms
Fraction Csp3

MNum. rotatable bonds
Num. H-bond acceptors
Num. H-bond donors
Molar Refractivity

TPSA

Log Py, (ILOGP)
Log Py (XLOGP3)
Log Py, (WLOGP)
Log Py, (MLOGP)
Log Py (SILICOS-IT)

Consensus Log Py,

FLEX

INSATU

Physicochemical Properties

C26H28014
564.49 g/mol
40

132.56

228.97 A2
Lipophilicity

231

-0.36

-1.49

-3.16

-0.72

-0.68

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption

BBB permeant

P-gp substrate

CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2C9 inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log Kp (skin permeation)

Lipinski

Ghose

Veber
Egan
Muegge

Bioavailability Score

PAINS
Brenk
Leadlikeness

Synthetic accessibility

Water Solubility

-2.95

6.38e-01 mg/ml ; 1.13e-03 mol/l
Soluble

-3.99
5.83e-02 mg/ml ; 1.03e-04 mol/l
Soluble

-192

6.83e+00 mg/ml ; 1.21e-02 mol/l

Soluble

Pharmacokinetics

Low

No

Yes

No

No

No

No

No

-10.00 cm/s
Druglikeness

No; 3 violations: MW=500, NorO=10,
NHorOH=5

No; 3 violations: MW=480, WLOGP=-0.4,
MR=130

No; 1 violation: TPSA=140
No; 1 violation: TPSA=131.6

No; 3 violations: TPSA=150, H-acc=10, H-
don>5

017
Medicinal Chemistry
0 alert
0 alert
No; 1 violation: MW=350
6.08


http://www.swissadme.ch/index.php

Table S2 Predicted chemico-physical and pharmacokinetic properties for Hyperoside computed by SwissADME (http://www.swissadme.ch/index.php

accessed on 8th November 2021)

fteO&

OH OH

FLEX

INSATU

OC[C@H10[C@@H]
SMILES  (Oc2c(oc3c(c2=0)c(0)ec(c3)0)c2eec(c(c2)0)0)[CR@HI(C@H]

([C@HN 00
Physicochemical Properties
Formula C21H20012
Molecular weight 464.38 g/mol
Num. heavy atoms 33
Num. arom. heavy atoms 16
Fraction Csp3 0.29
Num. rotatable bonds 4
Num. H-bond acceptors 12
Num. H-bond donors 8
Molar Refractivity 110.16
TPSA 210.51 A2
Lipophilicity
Log Py, (ILOGP) 1.45
Log Py, (XLOGP3) 0.36
Log Py, (WLOGP) -054
Log Py (MLOGP) -2.59
Log Py (SILICOS-IT) -0.59
Consensus Log Py, -0.38

INSOLU

SIZE

POLAR

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log S (SILICOSHT)
Solubility

Class

Gl absorption

BBB permeant

P-gp substrate

CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2C9 inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log K (skin permeation)

Lipinski
Ghose
Veber
Egan

Muegge
Bioavailability Score

PAINS

Brenk

Leadlikeness
Synthetic accessibility

Water Solubility

-3.04

4.23e-01 mg/ml ; 9.10e-04 mol/l
Soluble

-4.35
2.10e-02 mg/mil ; 4.51e-05 mol/l
Moderately soluble

-1.51
1.43e+01 mg/ml ; 3.08e-02 mol/l
Soluble
Pharmacokinetics
Low
No
No
No
No
No
No
No
-8.88 cm/s
Druglikeness
No; 2 violations: NorO=10, NHorOH=5
No; 1 violation: WLOGP<-0.4
No; 1 violation: TPSA=140
No; 1 violation: TPSA>131.6

Mo; 3 violations: TPSA=150, H-acc=10, H-
don=5

017
Medicinal Chemistry
1 alert: catechol_A
1 alert: catechal
MNo; 1 violation: MW=350

5.32
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