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Figure S1 RMSD of ligand i.e. compound 10g (green), complex (orange) and the receptor (blue) for 
Pose 1 (A), pose 3 (B) and pose 15 (C) over the course of the simulation. The shaded regions represent 
the standard deviation of the RMSD values.



Figure S2 Predicted ADMET values for compound 10g using ADMETlab 3.0.



Figure S3 Predicted ADMET values for compound 10g using pkCSM.
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1H NMR (500 MHz, CDCl3) spectrum of compound 10b - Carried out to identify missing 
CH2 protons which had overlapped with moisture peak (δ 3.33) in DMSO solvent
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HRMS of compound 10d
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O O

N

S
NH

O
N

O



0102030405060708090100110120130140150160170180190200210
f1 (ppm)

19
.3

4

59
.0

6
60

.4
7

71
.4

2

11
4.

78
11

6.
42

11
9.

53
12

0.
84

12
5.

25
12

9.
34

13
2.

38

13
9.

06
14

2.
54

15
2.

94
15

7.
63

15
9.

24

16
9.

25

Acetone

Acetone

13C NMR (125 MHz, DMSO-d6) spectrum of compound 10e

HRMS of compound 10e

O O

N

S
NH

O
N

O



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.511.512.5
f1 (ppm)

4.
18

1.
95

4.
00

1.
35

1.
18

1.
37

0.
99

1.
15

1.
12

1.
20

1.
23

1.
06

1.
37

1H NMR (500 MHz, DMSO-d6) spectrum of compound 10f

0102030405060708090100110120130140150160170180190200210
f1 (ppm)

45
.1

1

52
.8

0

60
.6

4

10
7.

58
11

3.
46

11
4.

82
11

6.
43

11
9.

54
12

0.
84

12
5.

26
12

9.
36

13
2.

39
13

7.
97

13
9.

07
14

2.
55

14
8.

03
15

2.
94

15
7.

66
15

9.
25

15
9.

47

16
9.

32

13C NMR (125 MHz, DMSO-d6) spectrum of compound 10f

O O

N

S
NH

O
N

N N

O O

N

S
NH

O
N

N N



HRMS of compound 10f

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.511.512.5
f1 (ppm)

3.
86

4.
04

2.
17

3.
12

2.
02

2.
25

1.
00

1.
00

1.
05

1.
00

0.
90

0.
98

1H NMR (500 MHz, DMSO-d6) spectrum of compound 10g

O O

N

S
NH

O
N

N
OMe



0102030405060708090100110120130140150160170180190200210
f1 (ppm)

50
.5

3
53

.2
7

55
.8

1
60

.7
0

11
2.

41
11

4.
82

11
6.

43
11

8.
49

11
9.

55
12

0.
83

12
1.

31
12

2.
93

12
5.

26
12

9.
37

13
2.

39
13

9.
09

14
1.

68
14

2.
55

15
2.

49
15

2.
94

15
7.

65
15

9.
26

16
9.

38

13C NMR (125 MHz, DMSO-d6) spectrum of compound 10g

HRMS of compound 10g

O O

N

S
NH

O
N

N
OMe



0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.511.512.5
f1 (ppm)

3.
78

3.
66

1.
00

0.
88

1.
19

1.
19

0.
81

1.
99

2.
32

0.
84

1H NMR (500 MHz, DMSO-d6) spectrum of compound 10h

13C NMR (125 MHz, DMSO-d6) spectrum of compound 10h

O O

N

S
NH

O
N

N

NO2

O O

N

S
NH

O
N

N

NO2



HRMS of compound 10h
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