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Figure S1. 1H-NMR and 13C-NMR of 2-Amino-6-chloro-7-(cyclohexylmethyl)-7H-purine (3a). 
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Figure S2. 1H-NMR and 13C-NMR 2-Acetamido-9-(cyclohexylmethyl)-9H-purin-6-yl 
diphenylcarbamate (2e). 
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Figure S3. 1H-NMR and 13C-NMR 2-Acetamido-7-(cyclohexylmethyl)-7H-purin-6-yl 
diphenylcarbamate (3e). 

  

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.0
f1 (ppm)

0

500

1000

1500

2000

2500

3000

3500

4000

4500

3.
11

3.
40

2.
15

3.
10

2.
99

2.
00

1.
13

1.
83

7.
68

1.
09

1.
00

0.
71

0.
75

0.
77

0.
80

0.
83

0.
85

0.
87

1.
00

1.
04

1.
06

1.
08

1.
10

1.
25

 C
DC

l3
1.

38
1.

41
1.

63
1.

64

2.
63

3.
88

3.
90

7.
26

 C
DC

l3
7.

30
7.

39
7.

40

7.
96

8.
10

010203040506070809010011012013014015016017080
f1 (ppm)

-500

0

500

1000

1500

2000

2500

3000

3500

4000

4500

5000

5500

6000

6500

7000

25
.4

25
.4

26
.0

29
.8

30
.3

38
.9

53
.8

76
.8

 C
DC

l3
77

.2
 C

DC
l3

77
.5

 C
DC

l3

11
1.

6

12
7.

2
12

9.
6

14
1.

5

14
8.

5
14

9.
5

15
1.

9
15

2.
2

16
4.

9

17
1.

9

 



 S4 
 

 

 

Figure S4. 1H-NMR and 13C-NMR 2-Acetamido-9-(cyclohexyl)-9H-purin-6-yl 
diphenylcarbamate (2f). 
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Figure S5. 1H-NMR and 13C-NMR 2-Acetamido-9-(cyclopentyl)-9H-purin-6-yl 
diphenylcarbamate (2g). 
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Figure S6. 1H-NMR and 13C-NMR 2-Amino-8-bromo-6-chloro-9-(cyclohexylmethyl)-9H-
purine (4a). 
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Figure S7. 1H-NMR and 13C-NMR 2-Amino-8-bromo-6-chloro-9-(cyclohexyl)-9H-purine (4b). 
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Figure S8. 1H-NMR and 13C-NMR 2-Amino-8-bromo-6-chloro-9-(cyclopentyl)-9H-purine (4c). 
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Figure S9. 1H-NMR and 13C-NMR 2-Amino-8-bromo-6-chloro-9-(cyclopent-2-enyl)-9H-
purine (4d). 

  

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.0
f1 (ppm)

-20

0

20

40

60

80

100

120

140

160

180

200

220

240

260

280

300

320

340

1.
02

2.
12

1.
02

1.
00

1.
06

1.
00

2.
16

2.
17

2.
18

2.
19

2.
19

2.
20

2.
41

2.
42

2.
43

2.
43

2.
44

2.
45

2.
45

2.
46

2.
47

2.
47

2.
48

2.
48

2.
48

2.
49

2.
49

 D
M

SO
2.

50
 D

M
SO

2.
50

 D
M

SO
2.

50
 D

M
SO

2.
51

 D
M

SO

2.
83

2.
83

2.
83

2.
84

2.
84

2.
85

3.
32

 H
DO

5.
63

5.
63

5.
64

5.
64

5.
64

5.
65

5.
65

5.
66

5.
66

5.
72

5.
73

5.
73

5.
73

5.
74

5.
74

6.
13

6.
13

6.
14

6.
14

6.
15

6.
15

6.
95

5.85.96.06.1
f1 (ppm)

0

50

100

5.
72

2
5.

72
6

5.
72

9
5.

73
5

5.
73

9
5.

74
2

6.
12

9
6.

13
3

6.
13

7
6.

14
2

6.
14

6
6.

14
9

0102030405060708090100110120130140150160
f1 (ppm)

-2000

0

2000

4000

6000

8000

10000

12000

14000

16000

18000

20000

22000

24000

26000

28000

30000

32000

34000

27
.9

32
.0

39
.1

 D
M

SO
39

.2
 D

M
SO

39
.4

 D
M

SO
39

.5
 D

M
SO

39
.7

 D
M

SO
39

.8
 D

M
SO

39
.9

 D
M

SO

62
.1

12
3.

5

12
7.

7
12

8.
0

13
6.

4

14
8.

0

15
4.

5

15
9.

3

126128130
f1 (ppm)

0

5000

10000

15000

12
7.

69
12

8.
05

 



 S10 
 

 

 

Figure S10. 1H-NMR and 13C-NMR 9-(Cyclohexylmethyl)-8-oxoguanine (5a). 
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Figure S11. 1H-NMR and 13C-NMR 9-(Cyclohexyl)-8-oxoguanine (5b). 
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Figure S12. 1H-NMR and 13C-NMR 2-Amino-6-chloro-9-cyclohexyl-7H-purin-8(9H)-one (6b). 
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Figure S13. 1H-NMR and 13C-NMR 9-(Cyclopentyl)-8-oxoguanine (5c). 
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Figure S14. 1H-NMR and 13C-NMR 2-Amino-6-chloro-9-cyclopentyl-7H-purin-8(9H)-one (6c). 
  

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.52.0
f1 (ppm)

0

5000

10000

15000

20000

25000

2.
01

4.
00

2.
02

1.
00

1.
96

1.
00

1.
54

1.
55

1.
56

1.
57

1.
59

1.
59

1.
60

1.
61

1.
62

1.
63

1.
80

1.
82

1.
83

1.
83

1.
84

1.
85

1.
86

1.
86

1.
88

1.
89

1.
90

1.
92

2.
06

2.
08

2.
09

2.
10

2.
11

2.
12

2.
13

2.
15

4.
55

4.
57

4.
59

4.
61

4.
63

6.
52

11
.2

0

0102030405060708090100110120130140150160
f1 (ppm)

-5000

0

5000

10000

15000

20000

25000

30000

35000

40000

45000

50000

55000

60000

24
.3

28
.7

38
.9

 D
M

SO
39

.1
 D

M
SO

39
.3

 D
M

SO
39

.5
 D

M
SO

39
.7

 D
M

SO
39

.9
 D

M
SO

40
.1

 D
M

SO

52
.1

10
9.

9

13
5.

5

15
2.

2
15

2.
6

15
8.

3

151152153154
f1 (ppm)

0

5000

10000

15
2.

23
15

2.
57

 



 S15 
 

 

 

Figure S15. 1H-NMR and 13C-NMR 9-(Cyclopent-2-enyl)-8-oxoguanine (5d). 
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Figure S16. 1H-NMR and 13C-NMR 2-Amino-6-chloro-9-(cyclopent-2-enyl)-7H-purin-
8(9H)-one (6d). 

  

0.00.51.01.52.02.53.03.54.04.55.05.56.06.57.07.58.08.59.09.510.010.511.011.512.012.53.0
f1 (ppm)

-500

0

500

1000

1500

2000

2500

3000

3500

4000

4500

5000

5500

6000

6500

7000

7500

8000

8500

3.
14

1.
02

1.
00

1.
00

1.
00

2.
03

1.
01

2.
07

2.
09

2.
09

2.
10

2.
11

2.
12

2.
12

2.
13

2.
14

2.
15

2.
17

2.
17

2.
19

2.
20

2.
22

2.
23

2.
25

2.
26

2.
28

2.
29

2.
31

2.
31

2.
32

2.
33

2.
34

2.
35

2.
36

2.
37

2.
38

2.
38

2.
39

2.
40

2.
40

2.
49

 D
M

SO
2.

49
 D

M
SO

2.
50

 D
M

SO
2.

51
 D

M
SO

2.
51

 D
M

SO
2.

72
2.

72
2.

73
2.

73
2.

74
2.

75
2.

76
2.

76
2.

77
2.

78
2.

79
2.

79
2.

80
3.

33
 H

DO
5.

29
5.

30
5.

30
5.

31
5.

32
5.

33
5.

33
5.

34
5.

34
5.

35
5.

61
5.

62
5.

62
5.

63
5.

63
5.

63
5.

64
5.

65
6.

02
6.

03
6.

04
6.

04
6.

04
6.

05
6.

05
6.

06
6.

06
6.

48
11

.1
9

0102030405060708090100110120130140150160
f1 (ppm)

-2000

-1000

0

1000

2000

3000

4000

5000

6000

7000

8000

9000

10000

11000

12000

13000

14000

15000

16000

17000

18000

19000

20000

21000

27
.0

31
.8

38
.7

 D
M

SO
39

.0
 D

M
SO

39
.2

 D
M

SO
39

.5
 D

M
SO

39
.8

 D
M

SO
40

.1
 D

M
SO

40
.4

 D
M

SO

57
.2

10
9.

9

12
8.

1

13
5.

4
13

5.
4

15
2.

1
15

2.
4

15
8.

3

151152153
f1 (ppm)

0

5000

10000

15000

20000

15
2.

11
15

2.
44

135.2135.6
f1 (ppm)

0

5000

10000

15000

20000

25000

13
5.

37
13

5.
42

 



 S17 
 

 

 

Figure S17. 1H-NMR and 13C-NMR N-[9-(Cyclohexylmethyl)-6-oxo-6,9-dihydro-1H-
purin-2-yl]acetamide (7). 
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Figure S18. 1H-NMR and 13C-NMR 8-Bromo-6-chloro-N,9-bis(tetrahydro-2H-pyran-2-
yl)-9H-purin-2-amine (9). 
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Figure S19. DNA glycosylase activity assays for OGG1 with 8oxoG substrate and NTH1 
with 5-hydroxyuracil substrate in presence of compounds 5a–d and 6b–d. (S) uncleaved 
substrate; (P) cleaved product; (−) negative control; (+) positive control. Compounds were 
tested at 0.2 mM concentration for OGG1 and 0.5 mM for NTH1. 

 


