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Figure S1. An illustrative example of the developed database for various ligand systems examined in this study.

mol (el =12 Vst o1 2113 1T Conformers |PUBCHEM... |PUBCHEM_... | PUBCHEM_... |PUBCHE... | PUBCHE...
1 { 5-(1,5-dimethylhex-4-enyl)-2- 521253 1| 274.0000 8 8
2 d;l (1aR,4aR,7R,7aR,7b5)-1,1,7-tr 11895734 1| 299.0000 8 8
3 om‘ (6E)-3,7,11-trimethyldodeca-1 5284507 1|  269.0000 1 1
4 ‘[S\ 4-allyl-2-methoxy-phenol 3314 1 145.0000 2 1
5 5 1-isopropenyl-4-methyl-cycloh 176983 1 204 .0000 @ @
[ O cyclopenta-1,3-diene 7612 1 58.1@88 2] 2]
7 ﬁ 1,7,7-trimethylnorbornan-2-ol 54685 1 185.0000 1 1
8 { 5-(1,5-dimethylhex-4-enyl)-2- 521253 1| 274.0860 [ [
9 @ (1aR,4aR,7R,7aR,7bS)-1,1,7-tr 11895734 1| 299.0000 8 8
10 M_( (6E)-3,7,11-trimethyldodeca-1 5284507 1| 269.0000 1 1
11 ‘@ 4-allyl-2-methoxy-phenol 3314 1 145.0000 2 1
12 $ 1-isopropenyl-4-methyl-cycloh 176983 1 204, 0000 2] 2]
13 O cyclopenta-1,3-diene 7612 1 58,1006 @ @
14 .Ifj 1,7,7-trimethylnorbornan-2-ol 64685 1 185.0000 1 1
15 jﬁ (35)-5-[(15,4a5,835)-5,5,8a-t 1ea31682 1 412 . 0608 1 1
1% .‘T\\ methyl (4E)-5,9-dimethyl-3-ox 129882549 1| 367.9000 3 [}
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Table S1. List of ligands (n = 166) selected for the study.

Compound Name

SMILE Format

(-) Zingiberene

CC1=CCC(C=C1)C(C)CCC=C(C)C

(-)-Spathulenol

CC1(C2C1C3C(CCC3(C)0)C(=C)CC2)C

(+)-Aromadendrene

CC1CCC2C1C3C(C3(C)C)CCC2=C

(E)-Nerolidol

CC(=CCCC(=CCCC(C)(C=C)0)C)C

(E,E)-a-Farnesene

CC(=CCCC(=CCC=C(C)C=C)C)C

(Z2)-B-Farnesene

CC(=CCCC=CCC=C(C)C=C)C

1,3,4-Eugenol

COC1=C(C=CC(=C1)CC=C)O

1,3,8-p-Menthatriene

CC1=CC=C(CC1)C(=C)C

1,3-Cyclopentadiene

C1C=CC=C1

3,7-dimethyl-Endo-Borneol

CC1(C2CCCL(C(C2)0)C)C

13-epi-Manool

CC1(CCCC2(C1CCC(=C)C2CCC(C)(C=C)0)C)C

Methyl trans-geranylacetate

CC(=CCCC(=CC(=0)CC(=0)OC)C)C

2,4,7,9-Tetramethyl-5decyn4,7diol

CC(C)CC(C)(C#CC(C)(CC(C)C)0)O

2,6-Bis(3,4methylenedioxyphenyl)
- 3,7-dioxabicyclo (3.3.0)octane

C1C2C(C(O1)C3=CC4=C(C=C3)0CO4)C(=0)OC2C5=C6C(=CC=C5)0CO6

2-Methyl-5-(1-propenyl)pyrazine

CC=CC1=NC=C(N=C1)C

4-Methyl-1-(1-methylethnyl) cyclo-

CC1CCC(=CC1)C(=C)C

hexene
allo-Aromadendrene CCI1CCC2C1C3C(C3(C)O)CCC2=C
Citronellol CC(CCC=C(C)C)CCO
B-Sitosterol CCC(CCC(C)C1CCC2CI(CCC3C2CC=C4C3(CCC(C4)O)C)O)C(O)C
Diallyl tetrasulfide C=CCSS55CC=C
epi-Cubebol CC1C=CC(C2C13C2C(CC3)(C)O)C(O)C
Eugenol COC1=C(C=CC(=C1)CC=C)O
Farnesol CC(=CCCC(=CCCC(=CCO)C)O)C
Geraniol CC(=CCCC(=CCO)C)C
Geranylacetate CC(=CCCC(=CCOC(=0O)C)O)C
Limonene CC1=CCC(CC1)C(=C)C
Linalool CC(=CCCC(C)(C=C)O)C

Linalyl acetate

CC(=CCCC(C)(C=C)OC(=0)C)C

Nerol CC(=CCCC(=CCO)C)C
p-Cymene CC1=CC=C(C=C1)C(O)C
Phytol CC(C)CCCC(C)CCCC(C)CCCC(=CCO)C
Pinacol CC(C)(C(C)(C)O)O
Pulegone CCICCC(=C(C)C)C(=O)C1
Rosifoliol CCI1CCCC2(C1=CC(CC2)C(C)(C)O)C
Viridiflorol CCI1CCC2C1C3C(C3(C)C)CCC2(C)O
a-Santalene CC(=CCCC1(C2CC3C1(C3C2)C)C)C
B-Pinene CC1(C2CCC(=O)C1C2)C
t-Cadinol CC1=CC2C(CCC(C2CC1)(C)O)C(C)C
a-cadinol CC1=CC2C(CCC(C2CC1)(C)O)C(C)C

a-Terpinyl acetate

CC1=CCC(CC1)C(C)(C)OC(=0)C

TABLE S1: continued

a-Thujene

CC1=CCC2(C1C2)C(C)C

p-Caryophyllene

CC1=CCCC(=C)C2CC(C2CC1)(C)C

B-Cubebene

CC1CCC(C2C13C2C(=C)CC3)C(C)C

(E,E)- Farnesol

CC(=CCCC(=CCCC(=CCO)C)C)C
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1,8-CINEOLE

CC1(C2CCC(O1)(CC2)C)C

1-epi-Cubenol

CC1CCC(C2C1(CCC(=C2)C)0)C(C)C

2-Methyl-benzoxazole

CC1=NC2=CC=CC=C201

2-Propenoic acid, 3-phenyl,
2-phenylethyl ester

C1=CC=C(C=C1)CCOC(=0)C=CC2=CC=CC=C2

2-Thujene

CC1C=CC2(C1C2)C(C)C

3-O-Acetyloleanolic Acid

CC(=0)OC1CCC2(C(C1(C)C)CCC3(C2CC=C4C3(CCC5(CACC(CC5)(C)C)C(=0)O

)C)C)C

4'5-DIHYDROXY-3',6,7- TRI-
METHOXYFLAVONE

COC1=CC2=C(C=C1)C(=0)C(=C(02)C3=CC(=C(C(=C3)0C)0)0)OC

5,4-DIHYDROXY-6,7,8,3- TETRA- COC1=C(C=CC(=C1)C2=CC(=0)C3=C(C(=C(C(=C302)OC)OC)OC)0)OCAC(C(C(

METHOXYFLAVONE

C(04)0)0)0)O

6-HYDROXY-LUTEOLIN

C1=CC(=C(C=C1C2=CC(=0)C3=C(02)C=C(C(=C30)0)0)0)O

6-Oxa-bicyclo[3.1.0] hexan-3-one

C1C2C(02)CC1=0

8-METHOXY-CIRSILINEOL

COC1=C(C=CC(=C1)C2=CC(=0)C3=C(C(=C(C(=C302)0C)OC)OC)0)O

ACETYL-CHOLINE

CC(=0)OCCIN+](C)(C)C

Allicin

C=CCSS(=0)CC=C

Allyl-Mercaptan

C=CCS

Alpha-Amyrin

CC1CCC2(CCC3(C(=CCCAC3(CCC5C4(CCC(C5(C)C)0)C)C)C2C1C)C)C

Alpha-Linolenic-Acid

CCC=CCC=CCC=CCCCCCCCC(=O)O

Alpha-Pinene

CC1=CCC2CC1C2(C)C

Alpha-Terpinene

CC1=CC=C(CC1)C(C)C

Alpha-Tocopherol

CC1=C(C2=C(CCC(02)(C)CCCC(C)CCCC(C)CCCC(C)C)C(=C10)C)C

Apigenin

C1=CC(=CC=C1C2=CC(=0)C3=C(C=C(C=C302)0)0)O

Ar-Curcumene

CC1=CC=C(C=C1)C(C)CCC=C(C)C

Benzyl-Cinnamate

C1=CC=C(C=C1)COC(=0)C=CC2=CC=CC=C2

Beta-Carotene

CC1=C(C(CCC1)(C)C)C=CC(=CC=CC(=CC=CC=C(C)C=CC=C(C)C=CC2=C(CCC

C2(C)C)C)C)C

Beta-Phellandrene

CC(C)C1CCC(=C)C=C1

Beta-Pinene

CC1(C2CCC(=C)C1C2)C

Beta-Sitosterol

CCC(CCC(C)C1CCC2C1(CCC3C2CC=CAC3(CCC(C4)0)C)C)C(C)C

Beta-Terpineol

CC(=C)C1CCC(CC1)(C)O

Bicyclo[3,1,1] heptanes, 6,6,-dime-
thyl-2methylene

CC1(C2CCC(=C)C1C2)C

Biotin C1C2C(C(51)CCCCC(=O)O)NC(=O)N2
Cadalene CC1=CC2=C(C=CC(=C2C=C1)C)C(C)C
Caffeic-Acid C1=CC(=C(C=C1C=CC(=0)O0)O)O
Campesterol CC(C)C(C)CCC(C)CICCC2C1(CCC3C2CC=C4C3(CCC(C4)0)O)C
Carnosol CC(C)C1=C(C(=C2C(=C1)C3CC4C2(CCCC4(C)C)C(=0)03)O)O
Carvacrol CC1=C(C=C(C=C1)C(C)O)O
Carvenone CCICCC(=CC1=0)C(C)C
Carveol CC1=CCC(CC10)C(=C)C
Caryophyllene CC1=CCCC(=C)C2CC(C2CC1)(O)C
Chlorogenic-Acid C1C(C(C(CCL(C(=0)0)O)OC(=0)C=CC2=CC(=C(C=C2)0)O)0)O
Chrysanthenone CC1=CCC2C(=0O)C1C2(C)C
Chrysoeriol COC1=C(C=CC(=C1)C2=CC(=0)C3=C(C=C(C=C302)0)O)O

Cinnamaldehyde-[E]

C1=CC=C(C=C1)C=CC=0

Cinnamic-Acid

C1=CC=C(C=C1)C=CC(=0)O

Cirsimaritin

COC1=C(C(=C2C(=C1)OC(=CC2=0)C3=CC=C(C=C3)0)0)OC
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Citral CC(=CCCC(=CC=0)C)C
Citronellol CC(CCC=C(C)O)CCO
citronellyl formate CC(CCC=C(O)O)CCOC=0
cubenene C12C3C4C1=C5C2C3=C45
Cumene CC(C)C1=CC=CC=C1
Cuminaldehyde CC(C)C1=CC=C(C=C1)C=0

Delta-3-Carene

CC1=CCC2C(C1)C2(C)C

Delta-Cadinene

CC1=CC2C(CCC(=C2CC1)C)C(C)C

D-Limonene

CC1=CCC(CC1)C(=C)C

D-Pinene

CC1=CCC2CC1C2(C)C

Endolysin

C(CCN)CC(C(=0)O)N

Eruboside-B

CC1CCC2(C(C3C(02)CCAC3(CCC5CACC(C6C5(CCC(CH)OCTC(C(C(C(O7)CO)
OC8C(C(C(C(08)CO)O)OCIC(C(C(C(09)CO)0)0)0)OC2C(C(C(C(02)CO)0)O)
0)0)0)C)0)C)C)OC1

Eucalyptol CC1(C2CCC(01)(CC2)C)C
Eugenol COC1=C(C=CC(=C1)CC=C)O
E-B-Farnesene CC(=CCCC(=CCCC(=C)C=C)C)C
Farnesene CC(=CCCC(=CCC=C(C)C=C)C)C
Farnesol CC(=CCCC(=CCCC(=CCO)C)C)C
Ferulic-Acid COC1=C(C=CC(=C1)C=CC(=0)0)O
Flavone CC1=C(OC2=C(C1=0)C=C(C=C2)C[NH3+])C3=CC=CC=C3.[C]-]

Furan, tetra hydro-3-methyl

CC1CCOC1

Gallic-Acid

C1=C(C=C(C(=C10)0)0)C(=0)O

Germacrone CC1=CCC(=C(C)C)C(=0)CC(=CCC1)C
Herniarin COC1=CC2=C(C=C1)C=CC(=0)O2
Hesperidin CC1C(C(C(C(O1)OCC2C(C(C(C(O2)OC3=CC(=C4C(=0)CC(OC4=C3)Ch=CC(=C(
C=C5)0C)0)0)0)0)0)0)0)O
Isopulegol CC1CCC(C(C1H)O)C(=O)C
Isorosmanol CC(C)C1=C(C(=C2C(=C1)C3C(C4C2(CCCC4(C)C)C(=0)O3)O)O)O
Isovaleraldehyde CC(C)C1=C(C(=C2C(=C1)C3C(C4C2(CCCC4(C)C)C(=0)O3)O)O)O
Kaempferol C1=CC(=CC=C1C2=C(C(=0)C3=C(C=C(C=C302)0)0)O)O
CC(C(C1=CC2=C(C(=C1)OC)OC(C2CO)C3=CC(=C(C=C3)OC(CO)C(C4=CC(=C(
Lignin C=C4)O)OC)OC5=C(C=C(C=C50C)C(C(CO)OCH=C(C=C(C=C6)C7C8COCCBC(O
7)C9=CC(=C(C(=C9)OC)O)OC)OC)OC1=C(C=C(C=C1)C(C(CO)OC1=C(C=C(C=C
1)C=CCO)OC)O)OC)0)0C)0)O
Limonene CC1=CCC(CC1)C(=O)C
Lupeol CC(=C)C1CCC2(C1C3CCC4AC5(CCC(C(C5CCC4(C3(CC2)C)C)(C)C)O)O)C
Luteolin C1=CC(=C(C=C1C2=CC(=0)C3=C(C=C(C=C302)0)0)O)O
Myrcene CC(=CCCC(=CO)C=O)C
Myricetin C1=C(C=C(C(=C10)0O)O)C2=C(C(=0)C3=C(C=C(C=C302)0)O)O
Naringenin C1C(OC2=CC(=CC(=C2C1=0)0)0)C3=CC=C(C=C3)O
Niacin C1=CC(=CN=C1)C(=0)O
Ocimene CC(=CCC=C(C)C=C)C
o-eugenol COC1=CC=CC(=C10)CC=C
Oleic-Acid CCCCCCCCC=CCCCCCCCCE=O)O
p-Cymene CC1=CC=C(C=C1)C(O)C

p-Hydroxy-Benzoic- Acid

C1=CC(=CC=C1C(=0)0)O

Pinene

CC1=C2CC(C2(C)C)CC1
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Quercetin C1=CC(=C(C=C1C2=C(C(=0)C3=C(C=C(C=C302)0)0)0)O)O
Quercetin-3-O-beta-D-Glucoside C1=CC(=C(C=C1C2=C(C(=0)C3=C(C=C(C=C302)0)O)OC4C(C(C(C(04)CO)O)O
)O)O)[O-]
Rosmadial CC(C)C1=C(C2=C(C(=C1)C=0)C3(CCCC(C3C=0)(C)C)C(=0)02)O
Rosmanol CC(C)C1=C(C(=C2C(=C1)C(C3C4C2(CCCC4(C)C)C(=0)O03)O)O0)O
Rosmaridiphenol CC(C)C1=C(C(=C2C(=C1)CCC3C(C2=0)CCCC3(C)C)O)O
Rosmarinic-Acid C1=CC(=C(C=C1CC(C(=0)O)OC(=0)C=CC2=CC(=C(C=C2)0)O0)O)O
Rosmariquinone CC(C)C1=CC2=C(C3=C(C=C2)C(CCC3)(C)C)C(=0)C1=0
Rutin CC1C(C(C(C(O1)OCC2C(C(C(C(O2)OC3=C(OC4=CC(=CC(=C4C3=0)0)O)C5=C
C(=C(C=C5)0)0)0)0)0)0)0)O
S- Allylmercaptocystein E C=CCSSCC(C(=O)O)N
Sabinene CC(O)C12CCC(=C)C1C2
Sabinol CC(C)C12CC1C(=C)C(C2)O
Safrole C=CCC1=CC2=C(C=C1)OCO2
Squalene CC(=CCCC(=CCCC(=CCCC=C(C)CCC=C(C)CCC=C(C)O)O)O)C
Stearic-Acid CCCCCCCCCCCCCCCCCC(=0)O
Stigmasterol CCC(C=CC(C)C1CCC2C1(CCC3C2CC=C4C3(CCC(C4)O)C)O)C(O)C
Terpinolene CC1=CCC(=C(C)C)CC1
Trans-Carveol CC1=CCC(CC10)C(=C)C
Trans-Pinocarveol CC1(C2CC1C(=C)C(C2)O)C
Umbelliferone C1=CC(=CC2=C1C=CC(=0)02)O
Vanillic-Acid COC1=C(C=CC(=C1)C(=0)O)O
CC1=C(C(CC(C1)O)(C)C)C=CC(=CC=CC(=CC=CC=C(C)C=CC=C(O)C=CC2C(=C
Xanthophyl (C(CC(CHO)O)O) C((C C2(C)C§O)C)C)C © © (
Zingiberene CC1=CCC(C=C1)C(C)CCC=C(O)C
a-Bulnesene CC1CCC2=C(CCC(CC12)C(=C)O)C
a-Copaene CC1=CCC2C3C1C2(CCC3C(O)O)C
a-Humulene CC1=CCC(C=CCC(=CCC1H)(O)C
a-Selinene CC1=CCCC2(C1CC(CC2)C(=C)O)C
a-Terpineol CC1=CCC(CC1)C(C)(C)O
B-Bourbonene CC(C)C1CCC2(C1C3C2CCC3=C)C
[-carene CC1(C2C1CC(=C)CC2)C
B-Chamigrene CC1=CCC2(CC1)C(=C)CCCC2(C)C
[-Elemene CC(=C)C1CCC(C(C1)C(=C)CO)(O)C=C
B-Eudesmol CC12CCCC(=C)C1CC(CC2)C(C)(O)O
[-Gurjunene CC1CCC2C(C2(C)C)C3C1CCC3=C
[-Selinene CC(=C)C1CCC2(CCCC(=C)C2C1)C
v-Eudesmol CC1=C2CC(CCC2(CCC1)C)C(O)(O)O
0-Cadinene CC1=CC2C(CCC(=C2CC1)C)C(O)C

d-cadinol CC1=CC2C(CCC(C2CC1)(C)0)C(C)C




