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The chemico-physical and pharmacokinetic properties predictions (performed by SwissADME online program,

http://www.swissadme.ch/index.php accessed on 17th November 2021) for compounds 1-15 (Table 1) are reported below.

o-farnesene

L EoXe Y% Water Solubility
iy Log S (ESOL) 457
Solubility 5 54e-03 mg/ml ; 2.71e-05 mol/l
FLEX ’_/"“‘-. SIZE Class Moderately soluble
HyC “_\
= L \ Log S (Ali) -5.90
\ HE \ ] Solubility 2.56e-04 mg/ml ; 1.25e-06 mol/|
o ah S Class Moderately soluble
e . ™~ oae  L0G S (SILICOS-T) 337
Solubility 8 82e-02 mag/ml ; 4 32e-04 mol/l
Class Soluble
o Pharmacokinetics
SMILES C=C/C(=C/CIC=C(/CCC=C(C)CNCYC Gl absorption Low
Physicochemical Properties BBB permeant No
Formula C15H24 P-gp substrate No
Molecular weight 204.35 g/imol CYP1A2 inhibitor Yes
Num. heavy atoms 15 CYP2C19 inhibitor No
Num. arom. heavy atoms 0 CYP2C9 inhibitor Yes
Fraction Csp3 0.47 CYP2D6 inhibitor No
MNum. rotatable bonds 6 CYP3A4 inhibitor No
Num. H-bond acceptors 0 Log Kp (skin permeation) 320 cm/s
MNum. H-bond donors 0 Druglikeness
Molar Refractivity ?2'32_ Lipinski Yes; 1 violation: MLOGP=4 15
TPSA 0.00 A2 Ghose Yes
Lipophilicity Veber Yes
Log Pypy (LOGP) 3.89 Egan Yes
Log P, LOGP3) 6.12 Muegge No; 2 violations: XLOGP3>5, Heteroatoms<2
Log Pypy (WLOGP) 520 Bioavailability Score 0.55
Log Py, (MLOGP) 484 Medicinal Chemistry
Log Py (SILICOS-IT) 476 PAINS Oalert
Brenk 2 alerts: isolated_alkene, polyene
Consensus Log Py, 496

No; 2 violations: MW<250, XLOGP3=3.5

Synthetic accessibility 372

Leadlikeness

Figure S1 Chemico-physical and pharmacokinetic properties predicted for a-farnesene.



(Z)-p -farnesene

fteOC&

FLEX

INSATU

SMILES C=CC(=C)CC/C=C(\CCC=C(C)C)C

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

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

TPSA

Lag Pgjy (ILOGP)

Lag Py (XLOGP3)
Log Pgjy (WLOGP)
Log Pojy (MLOGP)
Log Pgjy (SILICOS-IT)

Consensus Log Py

Physicochemical Properties

C15H24

204.35 g/mol

15

]

0.47

7

4]

4]

7232

0.00 A2
Lipophilicity

3.86

6.03

5.20

4.84

4.93

497

uPO

INSOLU

SIZE

POLAR

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
CYP2C3 inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log Kp (skin permeation)

Lipinski

Ghose

Veber

Egan

Muegge
Bioavailability Score

PAINS
Brenk
Leadlikeness

Synthetic accessibility

Water Solubility

-4.44

7.35e-03 mg/ml ; 3.60e-05 mol/l
Moderately soluble

-5.81

3.18e-04 mag/ml ; 1.55e-06 mol/l
Moderately soluble

-3.74

3.73e-02 mg/ml ; 1.82e-04 mol/l
Soluble

Pharmacokinetics

Low

No

-3.27 cmis

Druglikeness
Yes; 1 violation: MLOGP=4 15

MNo; 2 violations: XLOGP3>5, Heteroatoms=<2

0.55

Medicinal Chemistry

0 alert

2 alerts: isclated_alkene, polyene

No; 2 violations: MW<=250, XLOGP3=3.5

342

Figure S2 Chemico-physical and pharmacokinetic properties predicted for (Z)-B-farnesene.

[3-costol

o0&

CH, CH,

CH,

FLEX

OH

INSATU

SMILES OCC(=C)C1CCC2(C(C1)C(=C)CCC2)C

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

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

TPSA

Log Pyjy (LOGP)

Log Pgjy (XLOGP3)
Log Py (WLOGP)
Log Py (MLOGP)
Log Pgjy (SILICOS-IT)

Consensus Log Py,

Physicochemical Properties

C15H240

220.35 g/mol

16

4]

073

2

1

1

69.94

2023 A2
Lipophilicity

3.05

419

3.70

3.56

3.80

3.66

LIFO

INSOLU

SIZE

POLAR

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption

BBB permeant

P-gp substrate

CYP1AZ2 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

-3.71

4.26e-02 mg/ml ; 1.93e-04 mal/l
Soluble

-4.32

1.05e-02 mg/ml ; 4.74e-05 mol/l
Moderately soluble

-3.24

1.27e-01 mg/ml ; 5.74e-04 mol/l
Soluble

Pharmacokinetics

High

No

-4.67 cm/s
Druglikeness

Yes: 0 violation

Yes

Yes

Yes

MNo; 1 viclation: Heteroatoms<2

0.55

Medicinal Chemistry
0 alert
1 alert: isolated_alkene

MNo; 2 viclations: MW<250, XLOGP3=3.5

328

Figure S3 Chemico-physical and pharmacokinetic properties predicted for 3-costol.



farnesal

fieOC&

FLEX

INSATU

SMILES 0Q=C/C=C(/CC/C=C(/CCC=C(C)C)\C)\C

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. rotatable bonds
Num. H-bond acceptors
Num. H-bond denors
Molar Refractivity

TPSA

Log Py (ILOGP)

Log Popy (XLOGP3)
Log Pppy (WLOGP)
Log Pgpy (MLOGP)
Log Pgpy (SILICOS-IT)
Consensus Log Py

Physicochemical Properties

C15H240

220.35 g/mol

16

0

0.53

7

1

0

73.00

17.07 Az
Lipophilicity

3.05

419

460

3.56

3.80

366

LiPO

INSOLU

SIZE

POLAR

Log S (ESOL)
Solubility

Class

Log S (Ali}
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption

BBB permeant

P-gp substrate

CYP1AZ 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

Water Solubility

-3.71

4 26e-02 mg/ml ; 1.93e-04 mol/l
Soluble

-4.32
1.05e-02 mg/ml ; 4.74e-05 mol/l

Moderately soluble

-3.24

1.27e-01 mg/ml ; 5.74e-04 mol/l

Soluble

Pharmacokinetics

High

Yes

No

No

Yes

Yes

No

No

-4 .67 cm/s
Druglikeness

Yes; 0 violation

No; 1 violation: Heteroatoms<2
0.55

Medicinal Chemistry

0 alert
1 alert: isolated_alkene

No; 2 violations: MW<250, XLOGP3>3 5

3.28

Figure S4 Chemico-physical and pharmacokinetic properties predicted for farnesal.

(Z,E)-a-farnesene

iteOd

FLEX

N CH,

INSATU

SMILES G=C/C(=C\C/C=C(/CCC=C(C)C)\C)C

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

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

TPSA

Log Pgpy (ILOGP)

Log Pgpy (XLOGP3)
Log Popy (WLOGP)
Log Popy (MLOGP)
Log Pgpy (SILICOS-IT)

Consensus Log Pgp,

Physicochemical Properties
C15H24
204.35 g/mol
15
o
0.47
6
o
o
T2.32
0.00 Az

Lipophilicity
3.05
4.19
520
3.56
3.80
3.66

INSOLU

SIZE

POLAR

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log & (SILICOS-IT)
Solubility

Class

Gl absorption

BBB permeant
P-gp substrate
CYP1AZ inhibitor
CYP2C19 inhibitor
CYP2C9 inhi
CYP2D6 inhibitor
CYP3A4 inhibitor

Log Kp (skin permeation)

Lipinski

Ghose

Veber

Egan

Muegge
Bioavailability Score

PAINS

Brenk

Leadlikeness
Synthetic accessibility

Water Solubility

-3.71

4. 26e-02 mg/mil ; 1.93e-04 mol/l
Soluble

-4.32

1.05e-02 mg/ml ; 4.74e-05 mol/l
Moderately soluble

-3.24

1.27e-01 mg/ml ; 5.74e-04 mol/l
Soluble

Pharmacokinetics

High

No

-4.67 cm/s
Druglikeness

Yes; 0 violation

No; 1 viclation: Heteroatoms<2
055

Medicinal Chemistry
0 alert

1 alert: isolated_alkene

No; 2 violations: MW=250, XLOGP3>=3.5

3.28

Figure S5 Chemico-physical and pharmacokinetic properties predicted for (Z,E)-a-farnesene.



(E)-4,8-dimethyl-1,3,7-nonatriene

L EcTery
\ CH,
CH

uro

CH,
FLEX SIZE

CH

INSATU POLAR

INSOLU

SMILES C=C/C=C({/CCC=C(C)C)\C

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

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

TPSA

Log Popy (ILOGP)
Log Pojy (XLOGP3)
Log Pojy (WLOGP)
Log Popy (MLOGP)
Log Popy (SILICOS-IT)

Consensus Log Pgpy

Physicochemical Properties

C11H18

150.26 g/maol

11

o

0.45

4

o

4]

53567

0.00 Az
Lipophilicity

3.16

4 56

3.87

3.85

332

375

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
CYP2C$% inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log Kp (skin permeation)

Lipinski

Ghose

Veber

Egan

Muegge
Bicavailability Score

PAINS
Brenk
Leadlikeness

Synthetic accessibility

Water Solubility

-3.38

6.26e-02 mg/ml ; 4.16e-04 mol/l
Soluble

-4.28

7.83e-03 mg/ml ; 5.21e-05 mol/l
Moderately soluble

-2.486

5.23e-01 mag/ml ; 3.48e-03 mol/l
Soluble

Pharmacokinetics

-3.98 cm/s
Druglikeness
Yes; 0 violation
No; 1 viclation: MW=160
Yes
Yes
No; 2 violations: MW=200, Heteroatoms=<2
0.55
Medicinal Chemistry
0 alert
2 alerts: isolated_alkene, polyene
No; 2 violations: MW<=250, XLOGP3>3.5
327

Figure S6 Chemico-physical and pharmacokinetic properties predicted for (E)-4,8-dimethyl-1,3,7-nonatriene.

(Z)-linalool oxide

HeoO&

uPO

FLEX SIZE

INSATU

INSOLL

SMILES C=C[C@]1(C)CC[C@HI(O1)C(O)(C)C
Physicochemical Properties

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

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

TPSA

Log Py, (ILOGP)

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

Consensus Log Py,

C10H1802

170.25 g/mol

12

4]

0.80

2

2

1

4992

29 46 Az
Lipophilicity

2.44

2.43

1.88

1.38

2.10

2.05

POLAR

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption

BBB permeant

P-gp substrate

CYP1AZ inhibitor
CYP2C19 inhibitor
CYP2C$ inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log KP (skin permeation)

Lipinski
Ghose
Weber
Egan
Muegge

Bioavailability Score

PAINS

Brenk

Leadlikeness
Synthetic accessibility

Water Solubility

-2.29

8.64e-01 mg/ml ; 5.08e-03 mol/l
Soluble

-2.69
3.46e-01 ma/ml ; 2.03e-03 mol/l

Soluble

-1.56
4 66e+00 mg/ml ; 2.74e-02 mol/l
Soluble
Pharmacokinetics
High
Yes
No
No
No
No
No
No
-5.61 cm/s
Druglikeness
Yes; 0 violation
Yes
Yes
Yes
No; 1 violation: MW<200
0.55
Medicinal Chemistry
0 alert
1 alert: isclated_alkene
No; 1 violation: MW<=250
320

Figure S7 Chemico-physical and pharmacokinetic properties predicted for (Z)-linalool oxide.



sesquirosefuran

iteOs

FLEX

INSATU

SMILES C/C(=C\Cclocee] C)CCC=C(C)C

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. 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 (SILICOSIT)

Consensus Log Py,

Physicochemical Properties
C15H220
218.33 g/mol
16
5
0.47
5
1
0
70.95
13.14 A2

Lipophilicity
3.68
517
4.82
3.33
478

4.36

LIPO

INSOLU

SIZE

POLAR

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
CYP2CS9 inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log Kp (skin permeation)

Lipinski

Ghose

Veber

Egan

Muegge
Bioavailability Score

PAINS
Brenk
Leadlikeness

Synthetic accessibility

Water Solubility

-4.35

9.71e-03 mg/ml ; 4.45e-05 mol/l
Moderately soluble

-5.19

1.40e-03 mg/ml ; 6.43e-06 mol/l
Moderately soluble

-4.56

5.00e-03 mg/ml ; 2.75e-05 mol/l
Moderately soluble
Pharmacokinetics

High

No
-3.96 cm/s
Druglikeness

Yes: 0 violation

No; 2 viclations: XLOGP3>5, Heteroatoms<2

0.55
Medicinal Chemistry
0 alert

1 alert: isolated_alkene

No; 2 violations: MW<250, XLOGP3>3.5

3.45

Figure S8 Chemico-physical and pharmacokinetic properties predicted for sesquirosefuran.

nonanal

iteO&

2

FLEX

I e e P
H,C

INSATU

SMILES CCCCCCCCC=0

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. rotatable bonds
Num. H-bond accepiors
Num. H-bond donors
Molar Refractivity

TPSA

Log Py (ILOGP)

Log Pgpy (XLOGP3)
Log Pojy (WLOGP)
Log P (MLOGP)
Log Popy (SILICOS-IT)

Consensus Log Py

Figure S9 Chemico-physical and pharmacokinetic properties predicted for nonanal.

Physicochemical Properties
C89H180
142 24 g/mol
10
0
0.89
7
1
0
45.58
17.07 A2
Lipophilicity
2.44
3.26
2.94
2.39
2.88

2.78

INSOLU

SIZE

POLAR

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log & (SILICOS-IT)
Solubility
Class

Gl absorption

BBB permeant

P-gp substrate

CYP1AZ inhibitor
CYP2C19 inhibitor
CYP2C8 inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log Kp (skin permeation)

Lipinski
Ghose
Veber
Egan
Muegge

Bioavailability Score

PAINS
Brenk
Leadlikeness

Synthetic accessibility

Water Solubility

-2.31

65.91e-01 mg/ml ; 4.86e-03 mol/l
Soluble

-3.29
7.25e-02 mg/ml ; 5.10e-04 molil
Soluble

-3.02
1.35e-01 mg/ml ; 9.46e-04 mol/l
Soluble
Pharmacokinetics
High
Yes
No
No
No
No
No
MNo
-4.85 cm/s
Druglikeness
Yes; 0 violation
No; 1 violation: MW<160
Yes
Yes

No; 2 violations: MW<200, Heteroatoms<2

0.55
Medicinal Chemistry
0 alert
1 alert: aldehyde
No; 1 violation: MW<250
1.52



2-methyl-1-hepten-6-one

iieCe

LPO

FLEX

Hzc\[(\/Yo

CH;

CHg

INSATU

INSOLU

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

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

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

TPSA

Log Py (ILOGP)
Log Pojy (XLOGP3)
Log Py (WLOGP)
Log Py (MLOGP)
Log Pyjy (SILICOSIT)

Consensus Log Py,

Physicochemical Properties

C8H140
126.20 g/mol

40.30
17.07 Az
Lipaophilicity

214

1.97

2.32

1.97

213

21

SIZE

POLAR

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
CYP2CA19 inhibitor
CYP2C9 inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log K}, (skin permeation)

Lipinski

Ghose

Veber

Egan

Muegge
Bicavailability Score

PAINS
Brenk
Leadlikeness

Synthetic accessibility

Water Solubility
-1.60

3.17e+00 mg/ml ; 2.51e-02 mol/l

“ery soluble

-1.95

1.40e+00 mg/ml ; 1.11e-02 moll

Very soluble
222

7.57e-01 mg/ml ; 6.00e-03 mol/|

Soluble

Pharmacokinetics

High

Yes

No

No

No

No

No

No

-5.67 cm/s
Druglikeness

Yes: 0 violation

No; 1 violation: MW<=160

Yes

Yes

No; 2 violations: MW<200, Heteroatoms<2

0.55

Medicinal Chemistry
0 alert
1 alert: isolated_alkene
No; 1 violation: MW=250
1.80

Figure S10 Chemico-physical and pharmacokinetic properties predicted for 2-methyl-1-hepten-6-one.

a-pinene

tteOe

H3C

H;C

FLEX

INSATU

INSOLU

SMILES GC1=C[C@HI2C[C@@H](C1)C2(G)C

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

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

TPSA

Log Popy (ILOGP)

Log P (XLOGP3)
Log Pgpw (WLOGP)
Log Pgpw (MLOGP)
Log Popy (SILICOS-IT)

Consensus Log Py,

Physicochemical Properties

C10H18

136.23 g/mol

10

4]

0.80

(o]

(o]

o]

4522

0.00 A2
Lipophilicity

263

2.85

3.00

429

279

3.1

SIZE

POLAR

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption

BBB permeant

P-gp substrate

CYP1AZ2 inhibitor
CYP2C19 inhibitor
CYP2Cg inhibitor
CYP2D6 inhibitar
CYP3A4 inhibitor

Log K}, (skin permeation)

Lipinski
Ghose
Veber
Egan
Muegge

Bioavailability Score

PAINS

Brenk

Leadlikeness
Synthetic accessibility

Water Solubility
-2.48

4 51e-01 mg/ml ; 3.31e-03 mol/l

Soluble

-2.61

4 22e-01 ma/ml ; 3.10e-03 mol/l

Soluble
-2.23

8.08e-01 mg/ml ; 5.92e-03 mol/l

Soluble
Pharmacokinetics
Low

Yes

-5.11 cm/s

Druglikeness

Yes; 1 violation: MLOGP=4 15

No; 1 violation: MW=<160
Yes
Yes

No; 2 violations: MW=200, Heteroatoms<2

0.55

Medicinal Chemistry
0 alert
1 alert: isclated_alkene
No; 1 violation: MW<=250
4.44

Figure S11 Chemico-physical and pharmacokinetic properties predicted for a-pinene.



isodecyl alcohol

i EoXerY

SMILES OCCCCCCCC(C)C
Physicochemical Properties

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

Num. 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

C10H220

158.28 g/mol

11

0

1.00

7

1

1

51.35

2023 Az
Lipophilicity

2.84

3.79

2.98

284

284

3.08

LIPO

INSOLL

SIZE

POLAR

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
CYP2CY inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log Kp (skin permeation)

Lipinski

Ghose

Veber

Egan

Muegge
Bioavailability Score

PAINS
Brenk
Leadlikeness

Synthetic accessibility

Water Solubility
275

2.83e-01 mg/ml ; 1.79e-03 mol/l

Soluble

-3.91

1.95e-02 mg/ml ; 1.23e-04 mol/l

Soluble
-2.95

1.78e-01 mg/ml ; 1.13e-03 mol/l

Soluble

Pharmacokinetics

High

Yes

No

No

No

No

No

No

-4.57 cm/s
Druglikeness

Yes; 0 violation

No; 1 viclation: MW=160

Yes

Yes

No; 2 violations: MW<200, Heteroatoms<2

0.55

Medicinal Chemistry
0 alert
0 alert

No; 2 violations: MW<250, XLOGP3=3.5

164

Figure S12 Chemico-physical and pharmacokinetic properties predicted for isodecyl alcohol.

butyric acid, 4-tridecyl ester

it

FLEX

INSATU

SMILES CCCCCCCCCCCC(OC(=0)CCC)C

Formula

Molecular weight

Num. heavy atoms

MNum. arom. heavy atoms
Fraction Csp3

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

TPSA

Log Py (ILOGP)

Log Py (XLOGP3)
Log Py (WLOGP)
Log Pgpy (MLOGP)
Log Pgpy (SILICOS-IT)

Consensus Log Py,

Physicochemical Properties

C17H3402

270.45 g/mol

19

o]

0.94

14

2

o]

8512

26.30 Az
Lipophilicity

4.40

6.96

564

4.44

5.67

5.42

LIFO

INSOLU

SIZE

POLAR

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log & (SILICOS-IT)
Solubility
Class

Gl absorption

BBB permeant

P-gp substrate

CYP1AZ2 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
-4.98

2.85e-03 mg/ml ; 1.05e-05 mol/l

Moderately soluble

-7.33

1.28e-05 mg/ml ; 4.72e-08 mol/l

Poorly soluble

-5.64

6.24e-04 mg/ml ; 2.31e-06 mol/l

Moderately soluble
Pharmacokinetics
High

Yes

No

-3.01 cm/s

Druglikeness

Yes; 1 violation: MLOGP=4 15
No; 1 violation: WLOGP>56

No; 1 violation: Rotors=10
Yes
No; 1 violation: XLOGP3=5
0.55

Medicinal Chemistry
0 alert
0 alert

No; 2 violations: Rotors=7, XLOGP3=3.5

3.10

Figure S13 Chemico-physical and pharmacokinetic properties predicted for butyric acid, 4-tridecyl ester.
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iteC&

HO (o]

FLEX SIZE

[e]

INSATU POLAR

INSOLU

SMILES Oclcec2c(c)oc(=0)cc2

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

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

TPSA

Log Pypy (ILOGP)

Log Popy (XLOGP3)
Log Py (WLOGP)
Log Py (MLOGP)
Log Popy (SILICOS-IT)
Consensus Log Py,

Physicochemical Properties

C9H603

162.14 g/mol

12

10

0.00

o

3

1

4451

50.44 A
Lipophilicity

1.44

1.58

1.50

1.04

1.97

1.51

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Gl absorption

BBB permeant

P-gp substrate

CY¥P1AZ2 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

-2.48

5.66e-01 mg/ml ; 3.49e-03 mol/l
Soluble

-2.25
9.12e-01 mg/ml ; 5.62e-03 mol/l
Soluble

-3.03

1.53e-01 mg/ml ; 9.42e-04 mol/l
Soluble

Pharmacckinetics

High

-6.17 cm/s
Druglikeness
¥es,; 0 violation
No; 1 violation: #atoms=<20
Yes
Yes
No; 1 violation: MW<200
0.55
Medicinal Chemistry
0 alert
1 alert: cumarine
No; 1 violation: MW=250
2.56

Figure S14 Chemico-physical and pharmacokinetic properties predicted for umbelliferone.
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INSATU POLAR

INSOLU

SMILES C=CCeclcee(c(c1)0C)0

Formula

Molecular weight

Num. heavy atoms

Num. arom. heavy atoms
Fraction Csp3

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

TPSA

Log Pgjy (ILOGP)

Log Py (XLOGP3)
Log Py (WLOGP)
Log Py (MLOGP)
Log Pgpy (SILICOSIT)

Consensus Log Pgpy

Physicochemical Properties

C10H1202

164.20 g/mol

12

[

0.20

3

2

1

49.08

29.46 Az
Lipophilicity

237

227

213

2.01

2.48

225

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
Weber
Egan
Muegge

Bioavailability Score

PAINS
Brenk
Leadlikeness

Synthetic accessibility

Water Solubility

-2.46

5.69e-01 mg/ml ; 3.47e-03 mol/l
Soluble

-2.53

4.90e-01 mg/ml ; 2.98e-03 mol/l
Soluble

-2.79

2 65e-01 mg/ml ; 1. 61e-03 mol/l
Soluble

Pharmacokinetics

High

-5.69 cm/s
Druglikeness

Yes; 0 violation

No; 1 violation: MW<200
0.55

Medicinal Chemistry
0 alert

1 alert: isolated_alkene
No; 1 violation: MW<=250
1.58

Figure S15 Chemico-physical and pharmacokinetic properties predicted for eugenol.



