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!H and 3C NMR spectra of compound 1
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!H and 3C NMR spectra of compound 7
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!H and 3C NMR spectra of compound 8
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!H and 3C NMR spectra of compound 9
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'H and 3C NMR spectra of compound 10
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'H and 3C NMR spectra of compound 11
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'H and 3C NMR spectra of compound 12
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'H and 3C NMR spectra of compound 13
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'H and 3C NMR spectra of compound 14
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'H and 3C NMR spectra of compound 15
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'H and 3C NMR spectra of compound 16
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'H and 3C NMR spectra of compound 17
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!H and 3C NMR spectra of compound 18 (AP163)
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'H and 3C NMR spectra of compound 19
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'H and 3C NMR spectra of compound 20
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'H and 3C NMR spectra of compound 21
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'H and 3C NMR spectra of compound 22
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'H and 3C NMR spectra of compound 23
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'H and 3C NMR spectra of compound 24
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'H and 3C NMR spectra of compound 25

60T — - Fsoz
ST _

9T — = Tm.m
w1

€€ = Fote
197~ -

08— - b
67— =

95'c — N Ta.o
Sty — - Tw.o
€1°L

ST'L

A2

LA\ 00T
9L — Fot
67'L 10'T
1€°L H2

ge'L

16— =z Tm.m

Me

* HCI

400 MHz, DMSO-ds

105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 0.0
ppm

11.0

6°0C —

TTE~N

w.ﬁmN
w.Nm \

€9¢ g\
(2%
(Wiad

9°€TT ~\U
L2~
8T —
8621
POET ~
181

0°69T —

NH,

Me

* HCI

101 MHz, DMSO-ds

Wit

P

AMERIEY

ot i o Y
ARV it

N

A e

il

L)

40 30 20

50

70

T
90

T
100
ppm

110

T
190

T
200

21



'H and 3C NMR spectra of compound 26
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'H and 3C NMR spectra of compound 27
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'H and 3C NMR spectra of compound 28
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'H and 3C NMR spectra of compound 29
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Calculated ADMET report from www.swissadme.ch for compound 18

Me

Me

O
NJI\N
H

FLEX

INSATU

NH,

SMILES NCCC1CCN(CC1)C(=0)Nclce(C)ee(cl)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

Lipophilicity

Log Pow (ILOGP)

Log Pow (XLOGP3)
Log Pow (WLOGP)
Log Pow (MLOGP)
Log Pomw (SILICOS-IT)
Consensus Log Pow

Water Solubility

Log S (ESOL)
Solubility
Class

Log S (Ali)
Solubility
Class

Log S (SILICOS-IT)
Solubility
Class

Ci6H2sN30
275.39 g/mol
20

6

0.56

5

2

2

87.32

58.36 A2

-2.70
5.50e-01 mg/ml ; 2.00e-03 mol/l
Soluble

-2.85
3.87e-01 mg/ml ; 1.41e-03 mol/l
Soluble

-4.12
2.11e-02 mg/ml ; 7.66e-05 mol/l
Moderately soluble

LIPO

INSOLU

2.92
2.00
2.32
2.45
2.19
2.38

. SIZE

© POLAR
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Pharmacokinetics

Gl absorption

BBB permeant

P-gp substrate

CYP1A2 inhibitor
CYP2C19 inhibitor
CYP2C9 inhibitor
CYP2D6 inhibitor
CYP3A4 inhibitor

Log Kp (skin permeation)

Druglikeness

Lipinski

Ghose

Veber

Egan

Muegge
Bioavailability Score

Medicinal Chemistry

PAINS

Brenk

Leadlikeness
Synthetic accessibility

High

Yes

Yes

No

No

No

Yes

No

-6.56 cm/s

Yes; 0 violation
Yes
Yes
Yes
Yes
0.55

0 alert
0 alert
Yes
2.17
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