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Supplementary Data
This supplementary data is a part of a paper entitled “Design, Synthesis, In-Silico Study of Novel Benzofuran
Thiazolyl Hydrazones as Anticancer Agents Targeting EGFR Kinase”.
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2-(2-(benzofuran-2-ylmethylene)hydrazineyl)-4-(4-nitrophenyl)thiazole (5a)
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Fig S2. "C-NMR spectrum of compound 5a (DMSO-ds, 125 MHz)
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Fig S3. FTIR spectrum of compound 5a
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Fig $4. HRMS result of compound 5a
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2-(2-(benzofuran-2-ylmethylene)hydrazineyl)-4-(4-chlorophenyl)thiazole (5b)
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Fig S5. '"H-NMR spectrum of compound 5b (DMSO-ds, 500 MHz)
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Fig $6. "C-NMR spectrum of compound 5b (DMSO-ds, 125 MHz)
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Fig S7. FTIR spectrum of compound 5b
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Flg $8. HRMS result of compound 5b
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2-(2-(benzofuran-2-ylmethylene)hydrazineyl)-4-p-tolyl)thiazole (5¢)
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Fig §9. '"H-NMR spectrum of compound 5¢ (DMSO-ds, 500 MHz)
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Fig S10. "C-NMR spectrum of compound 5¢ (DMSO-dg, 125 MHz)
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Fig S11. FTIR spectrum of compound 5¢
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Fig $12. HRMS result of compound 5¢
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4-(2-(2-(benzofuran-2-ylmethylene)hydrazineyl)thiazol-4-yl)phenol(5d)
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Fig S$13. 'H-NMR spectrum of compound 5d (DMSO-ds, 500 MHz)
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Fig S14. "C-NMR spectrum of compound 5d (DMSO-ds, 125 MHz)
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Fig $15. FTIR spectrum of compound 5d
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Fig S16. HRMS result of compound 5d
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2-(2-(benzofuran-2-ylmethylene)hydrazineyl)-4-(4-methoxyphenyl)thiazole(5e)
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Fig $17. "H-NMR spectrum of compound 5e (DMSO- dé, 500 MHz)
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Fig S18. "C-NMR spectrum of compound 5e (DMSO d6, 125 MHZ)
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Fig $19. FTIR spectrum of compound 5e
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Fig $20. HRMS result of compound 5e
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4-([1,1'-biphenyl]-4-yl)-2-(2-(benzofuran-2-ylmethylene) hydrazineyl)thiazole(5f)
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Fig $22. "C-NMR spectrum of compound 5f (DMSO-ds, 125 MHz)
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Fig §23. FTIR spectrum of compound 5f
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Fig S24. HRMS result of compound 5f

—N
d
sy©/

0
/

/

N—NH

400 405

—N

410

4-(2-(2-(benzofuran-2-yimethylene)hydrazineyl)thiazol-4-yl)benzonitrile (59)

415 vz

Sonali Sandeep Shinde et al.



Suppl. 13

Indones. J. Chem., 2025, 25 (5), 1540 - 1558

VoL
V2L
6z°Lq
Lz'L]

et
AR

82°L
8T°L

og”
0"
¢
¢
(4
€e’
18
e’
1
9"
9"
Le”
6¢”
(18
142
9%
9%
87"
67"
€g”
€8°
148
96"
§9°
69°
99"
99"
L9”
L9”
89"
1
[
eL’
eL’
17
g6
L6"
80"
60°
e x4t
86771

L S e A A A R T s S S i R R e A N T

A~

fe
[N
o
Lo
o
-m
Lo
i
=0
Lo mTs
_zTe
/9002
“wre
Y
Tt
000°T
[0}
o
S
~
q
~N
B
TR
m
n

Fig $25. 'H-NMR spectrum of compound 5g (DMSO-ds, 500 MHz)
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Fig $26. "C-NMR spectrum of compound 5g (DMSO-ds, 125 MHz)
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Fig S27. FTIR spectrum of compound 5g
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Fig $28. HRMS result of compound 5g
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Fig $29. '"H-NMR spectrum of compound 5h (DMSO-ds, 500 MHz)
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Fig $30. PC-NMR spectrum of compound 5h (DMSO-d, 125 MHz)
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Fig $32. HRMS result of compound 5h
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Fig $33. 2D molecular interaction of compound 5a against EGFR
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Fig $34. 2D molecular interaction of compound 5b against EGFR
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Fig §35. 2D molecular interaction of compound 5c¢ against EGFR
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Fig $36. 2D molecular interaction of compound 5d against EGFR
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Fig §37. 2D molecular interaction of compound 5e against EGFR
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Fig $38. 2D molecular interaction of compound 5f against EGFR
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Fig $39. 2D molecular interaction of compound 5i (osimertinib) against EGFR
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