Supplementary Information

Synthesis and molecular docking studies of 3-methyl-1,4-diarylazetidin-2-ones

Bhuvaneshwari S V?, A M M Mallikarjunaswamy®, Kuruvalli Gouthami®, Shivakumara Sekharappa® & Vipin A

# Department of Chemistry, REVA University, Yelahanka, Bangalore 560 064, India
b Department of Biotechnology, REVA University, Yelahanka, Bangalore 560 064, India

¢School of Biotechnology, Amrita Vishwa Vidyapeetham, Amritapuri Campus, Clappana, Kollam, Kerala 690 525, India

E-mail: vn74nr@gmail.com

Received 23 August 2024, accepted (revised) 22 October 2024

Contents Page No
Figure S1: '"H NMR of 2a 2
Figure S2: "C NMR of 2a 3
Figure S3: ESI-MS of 2a 3
Figure S4: '"H NMR of 2b 4
Figure S5: °C NMR of 2b 5
Figure S6: ESI-MS of 2b 5
Figure S7: '"H NMR of 2¢ 6
Figure S8: °C NMR of 2¢ 7
Figure S9: ESI-MS of 2¢ 7
Figure S10: "H NMR of 2d 8
Figure S11: °"C NMR of 2d 9
Figure S12: ESI-MS of 2d 9
Figure S13: "H NMR of 2e 10
Figure S14: "C NMR of 2e 11
Figure S15: ESI-MS of 2e 11
Figure S16: "H NMR of 2f 12
Figure S17: "C NMR of 2f 13
Figure S18: ESI-MS of 2f 13
Figure S19: '"H NMR of 2g 14
Figure S20: "C NMR of 2g 15
Figure S21: ESI-MS of 2g 15
Figure S22: "H NMR of 2h 16
Figure S23: "C NMR of 2h 17
Figure S24: ESI-MS of 2h 17
Figure S25: "H NMR of 2i 18
Figure S26: °C NMR of 2i 19
Figure S27: ESI-MS of 2i 19
Figure S28: "H NMR of 2j 20
Figure S29: C NMR of 2j 21
Figure S30: ESI-MS of 2j 21
Figure S31: "H NMR of 2k 22
Figure S32: "C NMR of 2k 23
Figure S33: ESI-MS of 2k 23
Figure S34: '"H NMR of 21 24
Figure S35: "C NMR of 21 25
Figure S36: ESI-MS of 21 25

Page 1 of 26



Page 2 of 26



Trans-3-methyl-1,4-diphenylazetidin-2-one (2a):

"H NMR
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BC NMR

VN-BS-07 13C 2 2 "5%E8R § o = =
VN-BS-07 13C 2 BR BREAA 2 i on = F1E+09
| NE et T |
FoE+08
1-8E+08
-7E+08
~6E+08
F-5E+08
F4E+08
F3E+08
) -2E+08
|
! 1E+08
L Lo
T T T T T T T T T T T T T T T T T T T T T
190 180 170 180 150 140 130 120 110 100 90 80 70 &0 50 40 30 20 10 o -10
f1 (ppm)
22000004
21000004
20000004
19000003
18000005
1700000
1600000 g
15000003 g
Exact Mass: 237.12 8
14000003
1300000 "
12000003
1100000
1000000
900000
800000
700000
600000
500000 g
4000004 2 ]
300000 g b
2000003 . ] g 2 g
1000002 g g g s g £ 2 g | 2 g
\2 T 2 |E |§L’2 T 5‘;:."' T g ml II:" T T “lﬁ T - %'I
140 150 160 170 180 190 200 210 220 230 240 250 270 280 290 300 310
miz

Page 4 of 26



Trans -1-(4-methoxyphenyl)-3-methyl-4-phenylazetidin-2-one (2b):

'"H NMR
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BC NMR
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Trans -4-(2-chlorophenyl)-1-(4-methoxyphenyl)-3-methylazetidin-2-one (2c):

"H NMR
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BC NMR
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Trans -4-(4-chlorophenyl)-1-(4-methoxyphenyl)-3-methylazetidin-2-one (2d):

'"H NMR
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Trans -4-(4-bromophenyl)-1-(4-methoxyphenyl)-3-methylazetidin-2-one (2e):

"HNMR
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BC NMR
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Trans -4-(2-chlorophenyl)-3-methyl-1-phenylazetidin-2-one (2f):

"H NMR
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BC NMR
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Trans -4-(4-chlorophenyl)-3-methyl-1-phenylazetidin-2-one (2g):

"H NMR
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BC NMR
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Trans -4-(4-fluorophenyl)-3-methyl-1-phenylazetidin-2-one (2h):

"H NMR
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BC NMR
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Trans -1-(4-chlorophenyl)-3-methyl-4-phenylazetidin-2-one (2i):

'"H NMR
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BC NMR
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Trans -1,4-bis(4-chlorophenyl)-3-methylazetidin-2-one (2j):

"HNMR
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Trans -1-(4-chlorophenyl)-4-(4-fluorophenyl)-3-methylazetidin-2-one (2k):
"HNMR
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BC NMR
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Trans -4-(4-bromophenyl)-1-(4-chlorophenyl)-3-methylazetidin-2-one (21):

1
H NMR
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BC NMR
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