Supplementary Materials

Synthesis of New 1-Aryl-2-(3,5-dimethylpyrazol-1-yl)ethanone Oxime
Ether Derivatives and Investigation of their Cytotoxic Effects

Mehmet Abdullah Alagéz !, Arzu Karakurt !, Ceylan Hepokur 2, Emine Salva ?, Tijen Onkol 4,
Mohammed M. Ghoneim % Mohamed A. Abdelgawad 6, Ahmed Khames 7, Hoon Kim 8* and
Bijo Mathew %"

! Department of Pharmaceutical Chemistry, Faculty of Pharmacy, Inonu University, Malatya, 44280, Turkey

2Department of Basic Pharmaceutical Sciences, Faculty of Pharmacy, Sivas Cumhuriyet University, Sivas, 58100,
Turkey

3 Department of Pharmaceutical Biotechnology, Faculty of Pharmacy, Inonu University, Malatya, 44280, Turkey
4Department of Pharmacy, Faculty of Pharmacy, Gazi University, Ankara, 06100, Turkey
>Department of Pharmacy Practice, Faculty of Pharmacy, AlMaarefa University, Ad Diriyah 13713, Saudi Arabia.

¢ Department of Pharmaceutical Chemistry, College of Pharmacy, Jouf University, Sakaka, Al Jouf 72341, Saudi
Arabia.

7 Department of Pharmaceutics and Industrial Pharmacy, College of Pharmacy, Taif University, P.O.Box:11099,
Taif 21944, Saudi Arabia.

8 Department of Pharmacy, and Research Institute of Life Pharmaceutical Sciences, Sunchon National University,
Suncheon 57922, Republic of Korea.

®Department of Pharmaceutical Chemistry, Amrita School of Pharmacy, Amrita Vishwa Vidyapeetham, AIMS
Health Sciences Campus, Kochi-682 041, India.

*Correspondence: hoon@sunchon.ac.kr (H.K.); bijomathew@aims.amrita.edu or
bijovilaventgu@gmail.com (B.M.)



Table S1
% Viability findings of synthesized compounds in L929 cell line

10 pM 25 M 50 pM 100 pM
2a 79.46 93.68 94.88 108.49
3a 88.84 99.30 101.09 110.39
4a 83.41 88.57 86.63 98.45
5a 90.81 95.66 101.20 96.24
2b 88.10 98.14 103.72 103.45
3b 83.06 94.77 94.69 99.65
4b 72.52 91.86 96.32 107.29
5b 98.45 101.01 102.17 115.74
2c 94.92 100.12 96.47 112.44
3c 87.05 93.95 93.10 104,30
4c 92.52 99.11 101.47 96.47
5c 88.91 91.74 103.26 91.36
2d 86.47 93.33 79.84 94.50
3d 80.08 92.33 101.43 105.31
4d 90.93 102.21 101.40 100.97
5d 83.99 92.67 97.02 91.32
2e 94.77 88.84 98.37 92.52
3e 99.03 90.70 104.92 98.84
4e 91.47 84.03 84.07 93.45
5e 83.72 95.27 98.18 95.74
2f 93.80 100.43 105.58 107.98
3f 94.07 100.58 106.20 105.19
4f 90.23 92.91 94.50 97.48

5f 99.30 99.07 94.92 95.58




Supplementary Figures (Data 1~72). *H-NMR, *C-NMR, and Mass spectra of the compounds tested

Data 1. 'H-NMR spectrum of compound 2a
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Data 2. *C-NMR spectrum of compound 2a
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Data 3. Mass spectrum of compound 2a
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Data 4. 'H-NMR spectrum of compound 2b
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Data 5. 2*C-NMR spectrum of compound 2b
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Data 6. Mass spectrum of compound 2b
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Data 7. 'H-NMR spectrum of compound 2¢
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Data 8. *C-NMR spectrum of compound 2c
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Data 9. Mass spectrum of compound 2c
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Data 10. *H-NMR spectrum of compound 2d
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Data 11. *C-NMR spectrum of compound 2d
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Data 12. Mass spectrum of compound 2d
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Data 13. *H-NMR spectrum of compound 2e
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Data 14. *C-NMR spectrum of compound 2e
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Data 15. Mass spectrum of compound 2e
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Data 16. *H-NMR spectrum of compound 2f
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Data 17. 13C-NMR spectrum of compound 2f
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Data 18. Mass spectrum of compound 2f
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Data 20. *C-NMR spectrum of compound 3a
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Data 21. Mass spectrum of compound 3a

HO\
N p—
N /
\
N
NFOK_01 128 (4.456) Cm (128-(31:40+185:192)) 1: TOF MS ES+
280.1444 1.23e5
100
S
281.1491
0 185.6047.205.6206 279.8179 | 282.1522 385.1074 470.2095535'0829558.2348 621.2093 6612121 750.1730 912'1721 961242{ 998.2210,
L L L N T L L L B L B N L I B R U R R IREERN R R R N R R IR AN R RN R

\ SRR I IARRRRSERN
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950 1000



o o o oo 9 9 9 o 99 o o o9 9 9 mm
F R R E 8K BLR B RLIKI S 888388888 8 8 ==
[oe I o N oY Y o R o IR B (R B S R B T B B = S S~ = N S Vs TR e SR~ N s SR oot AR S = R R
PR I I T SN N I SN S ST ST T S ST I ST NI T NI S S N I S S S S .|
50¢ (90
80 E— _ S Tt
81'¢ - - ] he1e
12'2 §90[
05~ _ _ sLF0
LhS wkmm.ﬁ
L5~ - B __ 890
725 Loz'o
o]
o
O
S )
o h._”.h D — i chc.m
e
o
(&
Y
(@]
e
>
S
)
(&)
[<B)
o
wn
nd
>
Z  8901— - =T
B A A — -< k€80
N
AN
&
<
(@)

3]
f1 (ppm)

11 10

12



Data 23. *C-NMR spectrum of compound 3b
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Data 24. Mass spectrum of compound 3b
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Data 25. *H-NMR spectrum of compound 3c
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Data 26. 1*C-NMR spectrum of compound 3¢
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Data 27. Mass spectrum of compound 3c
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Data 28. *H-NMR spectrum of compound 3d
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Data 29. *C-NMR spectrum of compound 3d
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Data 30. Mass spectrum of compound 3d
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Data 31. *H-NMR spectrum of compound 3e
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Data 32. 1*C-NMR spectrum of compound 3e
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Data 33. Mass spectrum of compound 3e
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Data 35. 1*C-NMR spectrum of compound 3f
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Data 36. Mass spectrum of compound 3f
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Data 37. *H-NMR spectrum of compound 4a
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Data 38. 1*C-NMR spectrum of compound 4a
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Data 39. Mass spectrum of compound 4a
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Data 40. *H-NMR spectrum of compound 4b
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Data 41. *C-NMR spectrum of compound 4b
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Data 42. Mass spectrum of compound 4b
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Data 43. *H-NMR spectrum of compound 4c
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Data 44. 13*C-NMR spectrum of compound 4c
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Data 45. Mass spectrum of compound 4c
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Data 46. *H-NMR spectrum of compound 4d
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Data 47. *C-NMR spectrum of compound 4d
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Data 48. Mass spectrum of compound 4d
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Data 49. *H-NMR spectrum of compound 4e
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Data 50. *C-NMR spectrum of compound 4e
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Data 51. Mass spectrum of compound 4e
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Data 52. *H-NMR spectrum of compound 4f
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Data 53. 1*C-NMR spectrum of compound 4f
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Data 54. Mass spectrum of compound 4f
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Data 55. 'H-NMR spectrum of compound 5a
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Data 56. **C-NMR spectrum of compound 5a
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Data 57. Mass spectrum of compound 5a
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Data 58. 'H-NMR spectrum of compound 5b
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Data 59. *C-NMR spectrum of compound 5b
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Data 60. Mass spectrum of compound 5b
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Data 61. *H-NMR spectrum of compound 5¢
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Data 62. *C-NMR spectrum of compound 5¢

210 200 190 180 170 160 150 140 130 12[)]c %10)100 o0 80 70 60 50 40 30 20 10 0
1 (ppm



Data 63. Mass spectrum of compound 5¢
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Data 64. *H-NMR spectrum of compound 5d
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Data 65. *C-NMR spectrum of compound 5d
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Data 66. Mass spectrum of compound 5d
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Data 67. 'H-NMR spectrum of compound 5e
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Data 68. *C-NMR spectrum of compound 5e
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Data 69. Mass spectrum of compound 5e
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Data 70. *H-NMR spectrum of compound 5f
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Data 71. ®C-NMR spectrum of compound 5f
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Data 72. Mass spectrum of compound 5f
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