Supplementary material of 2-aminothiazole derivatives

4.1. Analysis of the physicochemical properties

In order to estimate drug-like properties of compounds (1, 2) and (6-18), Lipinski’s rule of
five was evaluated for these compounds. Data Warrior was used to estimate molecular weight
(MW), CLogP, hydrogen bond acceptors (HBA) and hydrogen bond donors (HBD) for each
molecule and the values are presented in Table 2. Data in the table showed that all of the
compounds satisfied Lipinski's rule, i.e. each compound has: a MW <500, CLogP <5, HBAs
<10 and HBDs <5. In addition, the low MW as well as CLogP values of the compounds offer

an opportunity for further optimization without leading to “molecular obesity”.

Table 2. Data Warrior values of 2-aminothiazoles derivatives

Compound MW CLogP HBA HBD
1) 100.145 0.6076 2 1
2 147.589 -0.0641 3 0
(6) 209.233 0.7842 6 1
@) 210.221 -0.6482 7 2
(8) 207.26 3.0044 5 0
9) 188.254 2.6587 2 0
(10) 222.699 3.2647 2 0
(12) 233.251 1.7371 5 0
(12) 204.253 2.313 3 1
(13) 204.253 2.313 3 1
(14) 218.279 2.5887 3 0
(15) 218.279 2.5887 3 0
(16) 248.305 2.5187 4 0
() 248.305 2.5187 4 0
(18) 241.317 3.096 3 1




Sample 1 = compound 1

Samar Abusahit

Sample : 1 DMSO
oMo ™m - o
Saaan - @
w W ww e + < o
NV V | —
Waw:  msammz 1 12-0e-30m
T T T T T T T T T T T T T T
12 " 10 9 8 7 6 5 4 3 2 1 ppm
b Rl d @
<[y = 2

Samar Abusahit
Sample : 1 DMSO:D20

R ) o o oo
MmO ] =]
© @ W N -+ 1 w0
[T Y. V- V. . -+ o0
Current Data Farametars
\\ \V '\I/ EME SAMARAET 1 17-06-201%
10
FROCNO 1

F2 - Aoquisition Jaramators
Date_ 2015061

n .
INETRIM spact

0 5 mm CDOCT 1H-
PULPR 2330
™ 65536
SOLVENT =
N 20
e
B 17006803 Hz
FIDRES 0.255503 Ex
RQ 1.52675684 e
R 2.04
™ 25.400 usac
= 10.00 usac
T= 258.0 K
m 1.00000000 Bac
oo 1
mmmmmmmn CHARMEL f1 mmem
5701 850. 1452500
HUC1 1
m 8.00 usac
PINL 15.85355562 W
F2 - Procissing paramatars
S £5536
E BE0. 1400000 MEz
wow m
528 ]
L8 0.30 Bz
= o
rC 2.00

12 1 10 9 -] ] 5 4 3 2 1 ppm

097 = ~'

0.71°
0.95
1563
7



Samar Abusahit

Sample : 1 DMSO

- « » B Il

2 P H srwanccccs

b S - ECF 0w oW en o

g - 5 snssssaasa
current oata Parameters
NAME  GAWAMARD 1 10-06-3013
xxemo 1u
Pmocuc 1
¥2 - ACQuUISItioD PArITELATE
Date_ 20190610
Time 14.30
NETE spact

D 5 mm CPQCI 1N
PLRoG 23pga0
Gs536

souvmer
us
a6
riones
ol
=
o
o8
™ .
@ 2.00000000 SeC

0 usec
P 140.00000000 W

12 ===
503434006

wm
waltzie

2 - procossing paramaters
1 3

s 2768
sr 2137678126 MHX
wow -
sen o

L 1.50 ux
B o

pe 2.00

T T
200 180 160 140 120 100 80 60 40 20 0 ppm



Sample 2 = compound 2
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Sample 4 = compound 7
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Sample 7 = compound 12
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Sample 8 = compound 10
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Sample 9 = compound 17
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Sample 10 = compound 12
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Sample 12 = compound 17
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Sample 14 = compound 9
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Sample 20 = compound 15
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