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1H NMR (CDCl3, 400 MHz) of compound 3a 

 

 
13C NMR (CDCl3, 101 MHz) of compound 3a 
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1H NMR (CDCl3, 400 MHz) of compound 3b 

 

 
13C NMR (CDCl3, 101 MHz) of compound 3b 
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ESI-TOF MS 

  



 

 
1H NMR (CDCl3, 400 MHz) of compound 3c 

 

 
13C NMR (CDCl3, 101 MHz) of compound 3c 
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ESI-TOF MS 

  



 
1H NMR (CDCl3, 400 MHz) of compound 3d 

 

 
13C NMR (CDCl3, 101 MHz) of compound 3d 
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1H NMR (CDCl3, 400 MHz) of compound 3e 

 

 
13C NMR (CDCl3, 101 MHz) of compound 3e 
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1H NMR (CDCl3, 400 MHz) of compound 3f 

 
13C NMR (CDCl3, 101 MHz) of compound 3f 

  

200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0

16
5.
62
8

16
5.
35
0

14
7.
62
2

14
7.
35
4

14
6.
82
6

12
9.
69
3

12
5.
94
6

12
5.
37
1

12
3.
95
2

12
3.
81
8

12
1.
72
9

12
1.
62
4

94
.7
92

94
.6
29

77
.4
76

77
.3
61

77
.1
60

76
.8
34

63
.2
55

63
.1
12

43
.9
37

43
.2
95

36
.9
80

35
.7
53

34
.3
25

34
.2
01

19
.4
24

19
.2
42

18
.5
81

18
.4
27

13
.8
56



 
ESI-TOF MS 

  



 

 
1H NMR (CDCl3, 400 MHz) of compound 6 

 

 

 
13C NMR (CDCl3, 101 MHz) of compound 6 
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1H NMR (CDCl3, 400 MHz) of compound 7 

 

 
13C NMR (CDCl3, 101 MHz) of compound 7 

 

 

  

200.0 190.0 180.0 170.0 160.0 150.0 140.0 130.0 120.0 110.0 100.0 90.0 80.0 70.0 60.0 50.0 40.0 30.0 20.0 10.0 0

16
9.
34
9

13
7.
73
7

13
6.
09
7

12
9.
39
7

12
7.
92
4

12
6.
54
6

12
0.
96
2

11
8.
67
2

77
.4
73

77
.1
60

76
.8
39

53
.1
74

50
.6
52

45
.8
98

40
.9
84

36
.2
96

21
.2
05

18
.8
94

18
.6
17



 
ESI-TOF MS 

 

 

 

 

  



 
1H NMR (CDCl3, 400 MHz) of compound 9 
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1H NMR (CDCl3, 400 MHz) of compound 11 

 

 
13C NMR (CDCl3, 101 MHz) of compound 11 
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1H NMR (CDCl3, 400 MHz) of compound 12 

 

 
13C NMR (CDCl3, 101 MHz) of compound 12 
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1H NMR (CDCl3, 400 MHz) of compound 13 

 

 
13C NMR (CDCl3, 101 MHz) of compound 13 
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13 

Empirical formula 2(C22H21N5O8),C7H8 

Formula weight 1059.01 

Temperature (K) 103(2) 

Crystal system triclinic 

Space group P-1 (#2) 

Unit cell Dimensions a = 9.7580(1) Å, b = 13.4229(2) Å 
c = 20.8536(3) Å, a = 100.707(1)°, β = 
96.142(1)°, g = 108.673(1)° 

Volume (Å) 2501.60(6) 

Z 2 

ρcalc (g•cm–3) 1.406 

Absorption coefficient (mm–1) 0.107 

q range (°) 2.239 to 30.195 

Reflections collected 12117 

Independent reflections 9643 

Completeness to q 100 

Goodness-of-fit 1.083 

Final R indices [I > 2s(I)] R1 = 0.0415, wR2 = 0.1095 

R indices (all data) R1 = 0.0555, wR2 = 0.1162 

Largest diff. peak (e•Å) 0.432 

Largest diff. hole (e•Å) –0.286 

CCDC number 2217872 
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