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Table SI-1: The reported crystal structures of azine along with some important geometrical features.
Torsional angle Bond length (A)
Entry 2-D structures CCDC Year Purpose @)
C=N N-N
(C-N-N-C)
1
1 NSNS 612474 2006 Crystal 178.92 1.286,1.294 1.409
| 1 SZ\G structure
3
cl NH,
N., = ) . 1.268,
2 Z 'N” "NH, 1866599 2019 Polymorphism 179.76 1323 1.392
Cl H .
5_E
NH,
N , ) 1.273,
3 c kc 1866600 2019 Polymorphism 173.01 1332 1.389
57
4 \N~ \ 1448762° 2016 Conjugation 180.00 1.330 1.367
27 '
CHj Stereochemistr
SN y and
5 CH, 1207284* 1994 stereoelectroni 138.72 1.278 1.400
cs
28b
Q Push Pull
donor acceptor
6 O. \N,N\\(s 236041° 2004 azine for NLO 169.75 1.299, 1.305 1.369
s \/} material
57
@\ N ’\ll}Aes Push Pull
NS donor acceptor
7 \N(\/) 236040° 2004 azine P 168.53 1.300, 1.310 1.353
Mes”
60
Cl
Q Push Pull
. Mes donor acceptor
X N N 5
8 O N YJ 236035 2004 azine 173.77 1.316, 1.342 1.357
N
ol Mes’
61
9 Mes . Push Pull
t
9 \N/NYN 2360385 2004 onor acceptor 164.19 1.305,1.325 1.368
/) azine
N
Mes
62
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isomerism/taut

10 152755° 2000 omerism 176.38 1.319,1.291 1.397
N ~
758
_N. /J\ Crystal
11 N 663787° 2007 Structure 178.93 1.294,1.278 1.407
\N,NH
76
CHs Polymorphism
e 12350397 and
X N .
12 @N’ S 1994 | conformational 180.00 1.282 1.400
HsC CHs isomerism
77_1
Chy CHj Polymorphism
SN 12350417 and
13 NS 1994 conformational 142.76 1.282, 1.277 1.400
HaC ChHs isomerism
771
X
‘ _N
X -N Polymorphism
14 NS 12393168 1998 ymorp 180.00 1.289 1.415
ZON
~ |
78_Form A
X
‘ _N
Xy N Pol hi
15 NS 12393178 1998 olymorphism 12334 1.289 1.384
ZON
S |
78_Form B
NO,
\/@ Isomerism/Pol
16 @ANJ\‘ X 618474° 2006 ymorphism 180.00 1.280 1.414
NO 79_Form la
2
NO,
\/@ Isomerism/Pol
17 @ANJ\‘ X 618471° 2006 ymorphism 180.00 1.273 1.418
NO 79_Form Ib
2
CN
Stereochemistr
XN
NS " y and
18 1207289 1994 . 180.00 1.277 1.397
NG stereoelectroni
167 ¢ study
F Stereochemistr
< N y and
19 NS 1207286* 1994 stereoelectroni 137.99 1.280 1.396
¢ study
F 168
Cl Stereochemistr
< N y and
20 NS 12072874 1994 stereoelectroni 1.280 1.398
134.70
al ¢ study
169
Br Stereochemistr
~ N y and
21 NTS 1207288* 1994 stereoelectroni 124.56 1.269 1.380
Br ¢ study




N /Nﬁ)\\ N _NH, Structural
22 HN" N \H N TH 117313310 1993 properties 167.03 1.332, 1.280 1.388
2
171
NH
CHj 2 Stereoelectroni
\N,N\ c,
23 CH 13105861 1995 Crystal 131.37° 1.287, 1.289 1.400
HaN 172 s packing,
H
CHs Y©/ Nj{ Stereoelectroni
SWPL (o]
24 e NS 13105874 1995 ° 180.00 1.278 1.400
AN CHy Crystal
H 173 packing,
o
CHs OEt Stereoelectroni
25 SuMs 1310589 1995 & 180.00 1.274 1.400
EtO CHj Crystal
5 packing,
174
CH, OCHg Stereochemistr
S-Ns y and
26 CHs 13105841 1995 | Stereoelectroni 180.00 1.280 1.400
HyCO cs,
175 Crystal
packing
1\ Cp
; \ i
e Nwo e
27 ! \ . 1271227% 1996 Redox system 180.00 1.290 1.401
Cp W/
176
OCH; Stereochemistr
i F Ctis N T/<j/ y and
- .
28 jjk T 131364% 1999 Ste'eoifcnon' 174.77 1.282, 1.291 1.407
F F ® '
F Crystal
177 packing
H
SN |
N
29 101729% 1999 Structura 180.00 1.265 1.427
H studies
178
- N Structural
30 N 101730 1999 R 180.00 1.280 1.426
studies
179
Cl
CHsy Solid state
SnNs 2000 structure of
31 CH, 143276% mixed azine, 137.05 1.288, 1.300 1.392
HsCO application in
180 NLO
cH | Stereoelectroni
3
\N’NY©/ t Cr; ist
S
2 16542916 2000 | Stereochemistt 144.34 1.300, 1.287 1.396
MeO CHj y, crystal
packing for
181 NLO property
PRy SN NS P
33 OC.\,’/ 2005197 2002 M?tal. 176.00 1.287,1.304 1.422
Fe coordination
oC" co




34

2005207

2002

Metal
coordination

140.01

1.331,1.278

1.390

35

2005217

2002

Metal
coordination

140.01

1.286, 1.356

1.398

36

2005227

2002

Metal
coordination

169.89

1.299, 1.280

1.425

37

200524

2002

Metal
coordination

180.00

1.356

1.448

38

197370

2002

Single crystal
XRD

180.00

1.286

1.387

39

201672

2003

Structural and
thermal studies

180.00

1.294,

1.391

40

231064%°

2004

Crystal
structure

180.00

1.293

1.400

41

2459192

2004

Crystal
structure

180.00

1.280

1.398

42

L

2248274

2004

Crystals
tructure and to
study the
possibility of
intramolecular
proton transfer

180.00

1.280, 1.280

1.400

43

SCH,Ph
X, N

SCH,Ph
192

6083522

2006

Crystal
structure,
Can be used as
a ligand

180.00

1.267

1.410

44

193  PMeg

6008957

2006

Complexation

169.05

1.260, 1.290

1.410
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HC  N— Oio
—
C ~ — '\
P ] N H " Metal
Fe 659988 S 176.02 1.363, 1.302 1.360
coordination
\ CH 2007
X 3
oc— o~
104 CP
" o
~ /N\(Kj Crystal
NTS 651498% 2007 structure 180.00 1.268 1.268
?
195
cl
H
~ N Y©/ Crystal
NTS 641726 2007 structure 180.00 1.280, 1.280 1.400
Cl
196
H NH
Crystal
\N'N\ = 6806312 2008 y 180.00 1.280 1.400
‘ structure
N
197
PhH,CO
N /NJQ
@CN 75826377 2009 tcrystta' 180.00 1.267 1.412
OCH,Ph structure
198
S._S
-
3 -
N s Building block
d I N / for conducting
50 F\'w:_,F NT N7 \\(N 7661282 2010 molecular 179.34 1.303, 1.303 1.410
F,E\F / \@ materials
199
HoN
NS Building block
N S d for conducting
51 N \N’NY 766128% 2010 molecular 177.00 1.290, 1.300 1.421
I materials
200
‘ Crystal
. structure,
52 O Sy-Ne_Ph 7651272 2010 (previously 148.47 1.290 1.387
N
g identified as
201 NLO)
_o \N'N\ o Antibacterial
53 2010 azines 150.43 1.285 1.400
202
O Crystal
54 \N,N\ MM 786543% 2010 structure 164.25 1.290, 1.275 1.410
S
203
H Y@ Structure and
> _N -
. theoretical
NS 741032 2010 . 180.00 1.280 1.410
H studies
204




Crystal

56 811460% 2011 180.00 1.280 1.410
structure
OMe
OMe 205
\N/
N oY N r\‘l\ To study the
| N Y/ coordination 1,320
57 ‘ PN 770438% 2011 mode of azines 158.00 1284 1.416
CI/Zn\CI (Chances for '
catalysis)
206
TNTH
N \N,I:IYN\ To study the
I . N coordination
58 2n< > 784039% 2011 mode of azines 111.00 1.340, 1.350 1.436
CI/\ Cl (Chances for
cl .
catalysis)
207
Et\Z /Et
\ n
N/ ‘ | Tuning the
59 >N \N'N\YN\ 7704403 2011 9t 158.81 1.287, 1.300 1.413
| N properties
|
208
I
Y
| N Tuning th
60 Zn.” 770441% 2011 ning e 114.26 1.330, 1.340 1.420
c”’| Dal properties
Cl
209
H Q Structural
NS
61 N/N\ 899718% 2012 prosperty 180.00 1.280 1.410
L (NLO)
210
OH
) Y@i
EtO X, N I
62 NS OFt 907483% 2012 Crysta 180.00 1.280 1.410
H structure
HO
211
HO. OCH,PH an_alogous to
« ’NJQ/ salicylaldehyd
N e azine
63 969910%" 2013 180.00 1.280 1.391
PhH,CO OH (analogous to
22 salicylaldehyd
e azine)
o) N"N
< N_Ph To Study bent 1.288
S 38 v
64 L, 885009 2013 C-N-N angle 167.69 1.297 1.396
213
o
~ N To study
65 gN ST Ph 1036846% 2015 Schiff base 179.87 1.270 1.280
Ph azine
214
] Electronic
un- P structure,
Pric, A NN redox
66 N™ N7 ST P 1043736 2015 property and 180.00 1.295 1.427
pri/NH coordination
215 chemistry




67

104373240

2015

Electronic
structure,
redox
property and
coordination
chemistry

170.91

1.345
1.346

1.335

68

1415028%

2015

Structural
chemistry and
electrochemist

ry

170.79

1.280,1.278

1.420

69

1415029

2015

Structural
chemistry and
electrochemist

ry

170.65

1.257,1.280

1.421

70

1548571%

2017

To study
extent of
conjugation

177.04

1.280, 1.265

1.409

71

220

15485724

2017

To study
extent of
conjugation

177.72

1.283, 1.267

1.413

72

1548573%

2017

To study
extent of
conjugation

174.23

1.273,1.268

1.402

73

1548574%

2017

To study
extent of
conjugation

162.16°

1.284 A, 1.268 A

1.400 A

74

1548575%

2017

To study
extent of
conjugation

163.58

1.280, 1.278

1.412

75

1553138

2017

Coordination
chemistry

154.07

1.296, 1.278

1.400




76

75
Q‘NCRU/\

! ~
'
\

HgC@PF F F

1554273%

2017

Coordination
chemistry

113.00

1.280, 1.290

1.392

7

1533855

2017

Solid state
structure and
polarization
effect

165.21

1.282,1.278

1.400

78

1489316

2017

Quantum
chemical and
structural
investigation
(directional
dihedral
interactions)

173.67

1.277,1.280

1.400

79

15512644

2018

Crystal
structure
determination

180.00

1.282

1.412

80

g%@
/@ﬁﬁ
gﬁ

e

Br 229

15512654

2018

Crystal
structure
determination

180.00

1.284

1.407

81

CI

CI

1551266

2018

Crystal
structure
determination

180.00

1.277

1.402

82

glq

15512674

2018

Crystal
structure
determination

180.00

1.282

1.410

83

s
ey
e

232

1551268

2018

Crystal
structure
determination

180.00

1.279

1.412

84

Br
Br

X, N

B
Br '

233

1551268

2018

Crystal
structure
determination

180.00

1.266

1.409
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