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Synthesis and anticancer activity studies of new functionalized pyridine linked thiazole

derivatives
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Figure S1. The binding interaction of 2 with Rho-associated protein kinase 1 (PDB ID: 3TWJ).
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Figure S2. The binding interaction of 3 with Rho-associated protein kinase 1 (PDB ID: 3TWJ).
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Figure S3. The binding interaction of 4a with Rho-associated protein kinase 1 (PDB ID: 3TWJ).
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Figure S4. The binding interaction of 4b Rho-associated protein kinase 1 (PDB ID: 3TWJ).
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Figure S5. The interaction of 8 with Rho-associated protein kinase 1 (PDB ID: 3TWJ).
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Figure S6. The interaction of 9 with Rho-associated protein kinase 1 (PDB ID: 3TWJ).
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Figure S7. 'H NMR spectrum of compound (2)
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Figure S8. 13C NMR spectrum of compound (2)

(6)



RT:004-058 SM: 15G

Mansoura University, Faculty of Science
Chemistry Department, Spectral Analysis Unit

100 %557
90 TIC MS
] IEcr:\Sad»S
%70—
}:BD—
£ 50
2 40
3 30+

20+

104

7717 T | P s B B B e B e e e e B S e s o e s e R SR I P e B R En i v R R o ¢

005 0.10 0.15 020 025 030 035 040 045 050 055
Time (min)

Emad-5#2 RT:0.05 AV:1 TH: 0.01 NL: 2.74E6
T: + ¢ Full ms [50.00-330.00]

100 638

90

80

2 7

S 6
E 127.7 150.7
£ 50 '

2
® 40 69.0 255.7
© 95.9
o

55.0
30 72.9
191.7
2
80.7 |97 129.1 161.8 7.7
10 84.1 I ) 193.8
e 1111
M\I’..Jn\ln B TR T T L P | o R TR
0 T T e T e TR e e e e e T T 7T
60 80 100 120 140 160 180 200 220 240 260 280 300 320
m/z
N )I\/O
N N
H
CHO

Figure S9. Mass analysis of compound (2)
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Figure S10. *H NMR spectrum of compound (3)
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Figure S11. 13C NMR spectrum of compound (3)
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Figure S12. Mass analysis of compound (3)
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Figure S13. 'H NMR spectrum of compound (4a)
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Figure S14. 13C NMR spectrum of compound (4a)
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Figure S15. Mass analysis of compound (4a)
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Figure S17. 13C NMR spectrum of compound (4b)
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Figure S19. 'H NMR spectrum of compound (5)

(17)



abundance

05 06 07 08 09 1.0 111 12 13

0.4

0.3

0.2

0.1

PRSI BRI

[ |

i

R O o v T

L

Lo v b v 1y

n

" |

"

vt

I}

J

0 7 o G T

/

171.481
169.144"°
160.887
159.556
152.438
149.408
147.632

\

200.090.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0

R

NN/

138.719
129.824~

1

6.459

(9]

123.556
115.760
114.735

LI L i |

LI B B

66.530

39.500

33.658

7 0

O
S @Vfg

Figure S20. 13C NMR spectrum of compound (5)

(18)



Faculty of Science-Chemistry Department

Central Laboratory

RT: 363-527 SM 15G

100 RT: 4.48 ;lli!Ea

90+ TéCSMS

i}

00 ;Ainan_ssu:
e 70+
"é’ 60— 493
5 504
2 a0
;3 30

204

104

n|!l|vvll|v||l[v|vl[vVV||VIv!lvlvlllI‘IIIIlly!lv!llv‘l|lll|y|lvv[||;|||ll|]!!|v]|l!

37 38 39 40 1 4 4
Time (min)
204.0

100+

90

804

= 250.1
o 70
g =
o
2
3 369.1
S
[
2
s
@ 205.1
294.0
206.1 2221 2511
| |244.1 ’|”25,5.‘1 281.1 | 2951 3081 337.1 3511 385.1
: e e R i TR
100 150 200 250 300 350 400

miz

O
N OWQVN\NNA'JSg

Figure S21. Mass analysis of compound (5)

(19)



abundance

0

9.0

8.0

7.0

6.0

5.0

4.0

3.0

2.0

1.0

20

10

abundance

re N e Qe RER
—
foN — oo =
2 =] eS< = o0
< — —— S
g J I -

I B B AL I L o o SRR T T
11.0 10.0 9.0 8.0 7.0 6.0 5.0 4.0 3.0 2.0 1.0

Figure S22. 'H NMR spectrum of compound (6a)

(20)




3.0

1.0 2.0

abundance

<
w©
=
o]
S
o]
wn]
ol
&
=1
k§
4
io J
1500 1400 130.0
s a8 z®e @ o aams @ "
g 8 g¢g 2 8 2382 8 = i
¥ § 85 $ a 39R8 8 g a
EE- 3 2 S3aam 3 A
B 8 &% g & BRE% & & g

W mns L]

0 L 0 L R0 20 O, L 5 L 0 P N0 VL L) ML) LR I
200.0190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 2

N B
0 100 0

S

A 0 A | | |
o, /

X o — o — (=] <
— N QA N ® N S (= —
™~ b Gl b ® «w =] s -
A S ®w v > o —
O O O n s 8 %) o]
o g g g o

O
P 0
[;:\t]L\ /JL\\//() N i
: E \©\¢N\N/“\S
H
Me

Figure S23. 13C NMR spectrum of compound (6a)
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Figure S30. Mass analysis of compound (6c)
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Figure S41. 'H NMR spectrum of compound (10)
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