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Table SI-1:  The reported crystal structures of azine along with some important geometrical features. 

Entry 2-D structures CCDC Year Purpose 

Torsional angle 

(°) 

(C-N-N-C) 

Bond length (Å) 

C=N N–N 

1  

 

612474 
1 

2006 
Crystal 

structure 
178.92 1.286, 1.294 1.409 

2  

 

18665992 2019 Polymorphism 179.76 
1.268, 

1.323 
1.392 

3  

 

18666002 2019 Polymorphism 173.01 
1.273, 

1.332 
1.389 

4  

 

14487623 2016 Conjugation 180.00 1.330 1.367 

5  

 

12072844 1994 

Stereochemistr

y and 

stereoelectroni

cs 

138.72 1.278 1.400 

6  

 

2360415 2004 

Push Pull 

donor acceptor 

azine for NLO 

material 

169.75 1.299, 1.305 1.369 

7  

 

2360405 2004 

Push Pull 

donor acceptor 

azine 
168.53 1.300, 1.310 1.353 

8  

 

2360355 2004 

Push Pull 

donor acceptor 

azine 
173.77 1.316, 1.342 1.357 

9  

 

2360385 2004 

Push Pull 

donor acceptor 

azine 
164.19 1.305, 1.325 1.368 
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10  

 

1527555 2000 

isomerism/taut

omerism 176.38 1.319, 1.291 1.397 

11  

 

6637876 2007 

Crystal 

Structure 178.93 1.294, 1.278 1.407 

12  

 

12350397 

 

 

1994 

Polymorphism 

and 

conformational 

isomerism 

180.00 1.282 1.400 

13  

 

12350417 

 
1994 

Polymorphism 

and 

conformational 

isomerism 

142.76 1.282, 1.277 1.400 

14  

 

12393168 1998 
Polymorphism 

180.00 1.289 1.415 

15  

 

12393178 1998 
Polymorphism 

123.34 1.289 1.384 

16  

 

6184749 2006 

Isomerism/Pol

ymorphism 180.00 1.280 1.414 

17  

 

6184719 2006 

Isomerism/Pol

ymorphism 180.00 1.273 1.418 

18  

 

12072894 1994 

Stereochemistr

y and 

stereoelectroni

c study 

180.00 1.277 1.397 

19  

 

12072864 1994 

Stereochemistr

y and 

stereoelectroni

c study 

137.99 1.280 1.396 

20  

 

12072874 1994 

Stereochemistr

y and 

stereoelectroni

c study 

 

134.70 
1.280 1.398 

21  

 

12072884 1994 

Stereochemistr

y and 

stereoelectroni

c study 

124.56 1.269 1.380 
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22  

 

117313310 1993 

Structural 

properties 167.03 1.332, 1.280 1.388 

23  

 

131058611 1995 

Stereoelectroni

c, 

Crystal 

packing, 

131.37° 1.287, 1.289 1.400 

24  

 

131058711 1995 

Stereoelectroni

c, 

Crystal 

packing, 

180.00 1.278 1.40 0 

25  

 

131058911 1995 

Stereoelectroni

c, 

Crystal 

packing, 

180.00 1.274 1.400 

26  

 

131058411 1995 

Stereochemistr

y and 

stereoelectroni

cs, 

Crystal 

packing 

180.00 1.280 1.400 

27  

 

127122712 1996 Redox system 180.00 1.290 1.401 

28  

 

13136413 1999 

Stereochemistr

y and 

stereoelectroni

cs, 

Crystal 

packing 

174.77 1.282, 1.291 1.407 

29  

 

10172914 1999 
Structural 

studies 
180.00 1.265 1.427 

30  

 

10173014 1999 
Structural 

studies 
180.00 1.280 1.426 

31  

 

14327615 
2000 

 

Solid state 

structure of 

mixed azine, 

application in 

NLO 

137.05 1.288, 1.300 1.392 

32  

 

 

16542916 

 

2000 

Stereoelectroni

c, 

stereochemistr

y, crystal 

packing for 

NLO property 

144.34 1.300, 1.287 1.396 

33  

 

20051917 2002 
Metal 

coordination 
176.00 1.287, 1.304 1.422 
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34  

 

20052017 2002 

Metal 

coordination 140.01 1.331, 1.278 1.390 

35  

 

20052117 2002 

Metal 

coordination 140.01 1.286, 1.356 1.398 

36  

 

20052217 2002 

Metal 

coordination 169.89 1.299, 1.280 1.425 

37  

 

20052417 2002 

Metal 

coordination 180.00 1.356 1.448 

38  

 

197370 2002 

Single crystal 

XRD 180.00 1.286 1.387 

39  

 

 

20167218 2003 
Structural and 

thermal studies 
180.00 1.294, 1.391 

40  

 

23106419 2004 
Crystal 

structure 
180.00 1.293 1.400 

41  

 

24591920 2004 
Crystal 

structure 
180.00 1.280 1.398 

42  

 

 

22482721 

 

2004 

Crystals 

tructure and to 

study the 

possibility of 

intramolecular 

proton transfer 

180.00 1.280, 1.280 1.400 

43  

 

60835222 2006 

Crystal 

structure, 

Can be used as 

a ligand 

180.00 1.267 1.410 

44  

 

60089523 2006 Complexation 169.05 1.260, 1.290 1.410 
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45  

 

65998824 

 

 

2007 

Metal 

coordination 
176.02 1.363, 1.302 1.360 

46  

 

65149825 2007 

Crystal 

structure 180.00 1.268 1.268 

47  

 

641726 2007 

Crystal 

structure 180.00 1.280, 1.280 1.400 

48  

 

68063126 2008 
Crystal 

structure 
180.00 1.280 1.400 

49  

 

75826327 2009 
Crystal 

structure 
180.00 1.267 1.412 

50  

 

76612828 2010 

Building block 

for conducting 

molecular 

materials 

179.34 1.303, 1.303 1.410 

51  

 

76612828 2010 

Building block 

for conducting 

molecular 

materials 

177.00 1.290, 1.300 1.421 

52  

 

76512729 2010 

Crystal 

structure, 

(previously 

identified as 

NLO) 

148.47 1.290 1.387 

53  

 

 2010 

Antibacterial 

azines 150.43 1.285 1.400 

54  

 

78654330 2010 

Crystal 

structure 164.25 1.290, 1.275 1.410 

55  

 

74103231 2010 

Structure and 

theoretical 

studies 
180.00 1.280 1.410 
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56  

 

81146032 2011 
Crystal 

structure 
180.00 1.280 1.410 

57  

 

77043833 2011 

To study the 

coordination 

mode of azines 

(Chances for 

catalysis) 

158.00 
1.320, 

1.284 
1.416 

58  

 

78403933 2011 

To study the 

coordination 

mode of azines 

(Chances for 

catalysis) 

111.00 1.340, 1.350 1.436 

59  

 

77044034 2011 
Tuning the 

properties 
158.81 1.287, 1.300 1.413 

60  

 

77044134 2011 
Tuning the 

properties 
114.26 1.330, 1.340 1.420 

61  

 

89971835 2012 

Structural 

prosperty 

(NLO) 

180.00 1.280 1.410 

62  

 

90748336 2012 
Crystal 

structure 
180.00 1.280 1.410 

63  

 

96991037 2013 

analogous to 

salicylaldehyd

e azine 

(analogous to 

salicylaldehyd

e azine) 

180.00 1.280 1.391 

64  

 

88500938 2013 
To Study bent 

C-N-N angle 
167.69 

1.288, 

1.297 
1.396 

65  

 

103684639 2015 

To study 

Schiff base 

azine 

179.87 1.270 1.280 

66  

 

104373640 2015 

Electronic 

structure, 

redox  

property and 

coordination 

chemistry 

180.00 1.295 1.427 
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67  

 

104373240 2015 

Electronic 

structure, 

redox  

property and 

coordination 

chemistry 

170.91 
1.345 

1.346 
1.335 

68  

 

141502841 2015 

Structural 

chemistry and 

electrochemist

ry 

170.79 1.280, 1.278 1.420 

69  

 

141502941 2015 

Structural 

chemistry and 

electrochemist

ry 

170.65 1.257, 1.280 1.421 

70  

 

154857136 2017 

To study 

extent of 

conjugation 
177.04 1.280 , 1.265 1.409 

71  

 

154857242 2017 

To study 

extent of 

conjugation 
177.72 1.283, 1.267 1.413 

72  

 

154857336 2017 

To study 

extent of 

conjugation 
174.23 1.273, 1.268 1.402 

73  

 

154857436 2017 

To study 

extent of 

conjugation 
162.16° 1.284  Å, 1.268  Å 1.400  Å 

74  

 

154857536 2017 

To study 

extent of 

conjugation 
163.58 1.280, 1.278 1.412 

75  

 

155313843 2017 

Coordination 

chemistry 154.07 1.296, 1.278 1.400 
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