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Table S1 Pharmacokinetic and toxicology properties of essential oil (EO) compounds and reference drugs obtained through the ADMETlab server
(http://admet.scbdd.com/).

Absorption Distribution Metabolism Excretion Toxicity
Caco-2 P P CYP450 CYP450 CYP450 CYP450 CYP450 CYP450 CYP450 CYP450 CYP450 CYP450 DILI
EO compounds 8p- 8p- HIA* PPB BBB* VD 1A2 1A2 3A4 3A4 209 209 2C19 2C19 2D6 2D6 T12 hERG* Ames* LD50 *

permeability inhibitor* substrate*

inhibitor* substrate* inhibitor* substrate* inhibitor* substrate* inhibitor* substrate* inhibitor* substrate*

(E)-B-Santalol

(Z)-Alpha-Santalol

(Z)-Beta-Santalol

10-epi-Acor-3-em-5-
one

7,11-Epoxy-
eremophila-1,9-dien-
8-a-ol

Allo-khusiol

Alpha-Bisabolol
oxide B

Alpha-vetispirene

Beta-
sesquiphellandrene

Bisabolol

Cadin-4-em-10-ol

Caryophylene oxide

Cedrane

Costunolide

Cubebol

Curcumol

Curione

Cyclocopacamphenol

Epizizanone

Eremanthin



Eudesmol

Guiaol

Himachalol

Isokhusenic acid

Isovalencenol

Khusene

Khusilal

Khusimol

Khusimone

Khusinol

Khusiol

Khusitone

Khusol

Nigellidine

Nootkatone

Rhinocerotinoic acid

Salutarisolide

Salvianic acid

Spathulenol

‘Walburganai

Zerumbone

Reference drugs

Arbidol

Artemisinin

Camostat

Chloroquine

Hydroxychloroquine




Interpretation provided by ADMETIab server: Caco-2 permeability (Green: higher than -5.15 Log); P-glycoprotein (P-gp) (Green: non-inhibidor, Red: inihbidor; Green: substrate, Red: non-substrate); Human Intestinal
Absorption (HIA) (Green: HIA+, Red: HIA-); Plasma Protein Binding (PPB) (Green: > 90%, Red: < 90%); Blood—Brain Barrier (BBB) (Green: BBB+, Red: BBB-); Volume Distribution (VD) (Green: between 0.04-20
L kg"); CYP450 (Green: non-Inhibidor, Red: inhibidor); Half-life ( T %) (Green: < 3 hours); hERG blockers (Green: low-blockers, Red: blockers); Ames mutagenicity (Green: ames-, Red: ames+); LD50 (Green: > 501
mg Kg'!, Red: < 501 mg Kg™); Drug Induced Liver Injury (DILI) (Green: DILI-, Red: DILI+).* Expected probability for categorical variables.





