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1H NMR of 3
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Fig. S2. 
13C NMR of 3
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Fig. S13.
 1H NMR of 13
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Fig. S14.
13C NMR of 13
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Fig. S15.
 1H NMR of 14

1.51.61.73.43.63.86.16.66.87.07.27.47.6

4.
00

2.
00

2.
00

3.
00

1.
00

1.
00

1.
00

1.
00

1.
00

3.
00

1.
00

K (q)
3.49

J(6.12)

J (t)
3.56

J(6.25)

I (s)
3.82

H (d)
6.21

J(3.03)

G (d)
6.60

J(7.66)

F (t)
6.85

J(7.47)

E (d)
7.04

J(8.48)

D (t)
7.29

J(7.09)

C (m)
7.42

B (t)
7.60

J(5.74)

L (m)
1.56

1.
53

1.
54

1.
57

3.
48

3.
50

3.
56

3.
58

3.
82

6.
21

6.
59

6.
61

6.
83

6.
85

6.
87

7.
03

7.
05

7.
27

7.
29

7.
42

7.
43

7.
60

7.
62

121314

1.
00

A (s)
12.89

12
.8

9

0102030405060708090100110120130140150160170180190200

26
.0

6
29

.1
2

39
.5

2 
D

M
SO

39
.5

7
45

.1
5

47
.5

3
55

.5
6

94
.9

2

10
8.

62
11

0.
98

12
0.

70
12

5.
04

12
7.

20
12

9.
46

13
4.

42
13

5.
80

15
1.

76
15

2.
64

15
6.

17

Fig. S16.
13C NMR of 14
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701 #11-70 RT: 0.10-0.65 AV: 30 NL: 3.73E9
T: FTMS + p ESI Full ms [200.00-500.00]

200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

m/z

0

10

20

30

40

50

60

70

80

90

100

R
e

la
ti
v
e

 A
b

u
n

d
a

n
c
e

217.1448

469.2589

433.2819245.1758 303.0898

231.1599

492.1898271.1912 334.1081 375.0746 411.9563

Fig. S17.

HRMS of 3

HRMS (ESI) m/z [M+H]+ calculated for 

C12H17N4: 217.1453 found: 217.1448.

702 #20-74 RT: 0.19-0.68 AV: 27 NL: 4.24E9
T: FTMS + p ESI Full ms [200.00-500.00]
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Fig. S18. 

HRMS of 5

HRMS (ESI) m/z [M+H]+ calculated for 

C17H25N5O2: 332.2087 found: 332.2078.
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HRMS (ESI) m/z [M+H]+ calculated for 

C12H18N5: 232.1562 found: 232.1555.

703 #11-49 RT: 0.10-0.46 AV: 20 NL: 2.32E9
T: FTMS + p ESI Full ms [200.00-500.00]
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Fig. S19. 

HRMS of 6

710 #20-60 RT: 0.19-0.55 AV: 20 NL: 4.41E9
T: FTMS + p ESI Full ms [200.00-500.00]
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Fig. S20. 

HRMS of 10

HRMS (ESI) m/z [M+H]+ calculated for 

C18H24N5O: 326.1975 found: 326.1972.
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713 #20-50 RT: 0.19-0.46 AV: 15 NL: 4.71E9
T: FTMS + p ESI Full ms [200.00-500.00]
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Fig. S21. 

HRMS of 11

HRMS (ESI) m/z [M+H]+ calculated for 

C23H33N6O3: 441.2614 found: 441.2605.

HRMS (ESI) m/z [M+H]+ calculated for 

C18H25N6O: 341.2090 found: 341.2082.

711 #22-58 RT: 0.21-0.53 AV: 18 NL: 3.11E9
T: FTMS + p ESI Full ms [200.00-500.00]
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Fig. S22. 

HRMS of 12
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714 #10-70 RT: 0.10-0.65 AV: 30 NL: 2.82E9
T: FTMS + p ESI Full ms [200.00-500.00]
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Fig. S23. 

HRMS of 13

HRMS (ESI) m/z [M+H]+ calculated for 

C18H24N5O2: 342.1930 found: 342.1922.

HRMS (ESI) m/z [M+H]+ calculated for 

C18H23ClN5O: 360.1591 found: 360.1583.

715 #11-66 RT: 0.10-0.61 AV: 28 NL: 2.48E9
T: FTMS + p ESI Full ms [200.00-500.00]
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Fig. S24. 

HRMS of 14

S14




