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1H-NMR (500 MHz, CDCl3)
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1H-NMR (400 MHz, CDCl3)
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1H-NMR (400 MHz, CDCl3)
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1H-NMR (500 MHz, CDCl3 + CD3OD)
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1H-NMR (400 MHz, DMSO-d6)
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1H-NMR (500 MHz, DMSO-d6)
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1H-NMR (500 MHz, DMSO-d6)
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1H-NMR (400 MHz, DMSO-d6)
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1H-NMR (400 MHz, DMSO-d6)
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1H-NMR (500 MHz, DMSO-d6)

-0.50.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.5
f1 (ppm)

3.
02

1.
02

1.
04

1.
05

1.
03

1.
03

2.
21

1.
13

1.
14

2.
49

3
2.

49
6

2.
50

0
2.

50
4

2.
50

7

3.
34

9

5.
55

3

7.
14

2
7.

15
9

7.
35

6
7.

36
1

7.
52

9
7.

53
5

7.
54

7
7.

55
2

7.
80

4
7.

80
7

7.
81

9
7.

82
2

7.
83

3
7.

83
7

7.
84

0
7.

84
5

7.
85

1
7.

85
5

7.
86

6
7.

86
9

7.
90

8
7.

91
1

7.
92

3
7.

92
6

8.
01

7
8.

02
1

8.
03

2
8.

03
5

13C-NMR (125 MHz, DMSO-d6)

0102030405060708090100110120130140150160170180190200
f1 (ppm)

28
.9

61

39
.0

18
39

.1
85

39
.3

52
39

.5
19

39
.6

86
39

.8
53

40
.0

19

49
.8

80

10
5.

75
4

11
2.

63
3

11
4.

03
8

12
1.

12
6

12
5.

93
1

12
6.

07
0

12
9.

88
0

13
1.

37
8

13
3.

20
6

13
3.

72
2

13
5.

14
5

13
5.

25
6

14
2.

79
8

15
6.

80
4

16
5.

52
0

18
1.

43
1

18
3.

47
9

N

H
N

O

HO
O

O

7m'

O2N

N

H
N

O

HO
O

O

7m'

O2N



S35

1H-NMR (500 MHz, DMSO-d6)
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HRMS Data
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Table: Substrate Scope in Lipinski’s rule of five

Compound HRMSa H-bond 
acceptor

H-bond donor Log Pb

3aa 321.0880 6 1 2.63
3ba 335.1039 6 1 3.01
3ca 397.1184 6 1 4.23
3da 375.1341 6 1 4.31
3ea 345.0873 6 1 2.79
3fa 425.1132 7 1 3.78
3ga 349.1184 6 1 3.44
3ha 389.0095 6 1 3.90
3ia 307.0717 6 2 2.12
3ja 335.1027 6 2 2.92
3ka 374.9937 6 2 3.38
3ib 321.0872 6 2 2.54
3ac 351.0983 7 1 2.67
3ad 355.0478 6 1 3.29
3lb 407.1244 8 1 3.30
5a 285.0871 6 1 1.55
5b 299.1028 6 1 1.93
5c 361.1186 6 1 3.14
5e 309.0873 6 1 1.71
5l 357.1082 8 1 1.79
5f 389.1135 7 1 2.70
5g 313.1182 6 1 2.35
5h 353.0091 6 1 2.81
5i 271.0714 6 2 1.03
5j 299.1021 6 2 1.84
5k 338.9918 6 2 2.29
7a 333.0870 6 1 2.29
7b 347.1029 6 1 2.67
7c 409.1205 6 1 3.88
7e 357.0867 6 1 2.45
7g 361.1183 6 1 3.09
7i 319.0710 6 2 1.77

a HRMS was recorded by electron spray ionization technique with a Q-TOF mass analyzer.

b Log P estimated by using Molinspiration software.


