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Figure S1. FTIR spectrum (KBr) of amino thienopyrazolecarbonitrile compound 5.
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Figure S2. 'H NMR spectrum (300 MHz, DMSO-ds) of amino thienopyrazole carbonitrile compound 5.
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Figure S3. *C NMR spectrum (300 MHz, DMSO-ds) of amino thienopyrazole carbonitrile compound 5.



Assiut Univercity Central Lab

4/21/12 10:37:58 PM Page 1
File: 2-AK Date Run: 04-21-2012 Time Run: 22:22:31
Sample: Dr/AdelKamal
Instrument: JEOL JMS600 Run By: Souzan
Inlet: My Inlet fonization mode: El+ Printed by: Souzan
400000
H.C

360000 \
N

NH.
320000- -
280000 )l\ /|L
240000 ™ s CN

200000
160000
120000
80000 f /
40000, / ‘ X
TIC 4/ W . E_. — e el . _. 400182
Scan 50 100 150 200 250
Min. 2 4 6 8 10 12
Scan: 148-276 (224-228) R.T.: 8:55.326
Base: m/z 256; 9%FS TIC: 64315 #lons: 429
100~ 63.90 255.81
80
PR un 159.94
% } 95.94 127.94 |
i ‘ ‘ 191.91
40 |
4 |
1 224, 257.70
20 2.0 ‘ AN 25389
L 6T gy N e P 194.03 2568, ., 25433
1 U isees | meos || Tl gmes il 20933 J{ %24 |},
mlz 100 150 200 230

Figure S4. Mass spectrum of the o0-amino carbonitrile compound 5.



%Transmittance

92

2388
T

/

—

\.
\—!

/

1]

\
=\
o— 2
Z—Z
159380\ ———=

82
80
78
76
74
72

1543
1443.36

1511.33

32833382883

S

666.05
468.04

683.58

T —

125599
1161.55
101419
754.15

1189.20
776.95

1037.32

3500 3000 2500 2000 15
4000 Wavenumbers (cm-1)

8
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Figure S10. Mass spectrum of the phenylaminotriazine compound 7a.
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Figure S11. FTIR spectrum (KBr) of the p-tolylamino-triazine compound 7b.
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Figure S14. *H NMR spectrum (300 MHz, CDCls) of the p-anisylamino-triazine compound 7c.

9




100 J-——mamn S
99 == ~
e AN [
\ \ [
98 | Al
[
| | 1 |
97 i
| "
1 - 1
| @ =1
96 || = f <) | ]
v o A @ | | o
o - ™ o
< =1 ©
o o 3| = 3
& =Y e\ =
o~
- S 2 = 2
o oo - © =
~ i == _ 8 @ ¥
| 8§ 2 ° 2. 8
w
8 93 ! & 2 ag o
5 92 A TR § o
= | -
3 3 5 =
2 i - o
o - ©o
b 91 e
[ L |
= Hl |
90 | ‘ |
89 |
~
w
88 I <
>4
87 -
b
=
86 ) @
8s )
23
58
o4 4
4000 3500 3000 2500 2000 1500 1000 500
Wavenumbers (cm-1)
(1)
proton_su CDCL3 {C:\nmr-data)} Student 18
NRISEIRAI =S o Rl Current Data Parameters
T R N r2 - acquisstion Tasesmtace
| Date_ 20170711
Time 10.51
INSTEUM spect
PROBHD 5 mm PABEO EB/
PULPROG 2930
D 65536
SOLVENT €DCl3
NS 50
DS 2
SWH 8012.820 Hz
1 FIDRES 0.122266 Hz
AQ 4.0894465 sec
BG 199.04
oW 62.400 usec
DE .50 usec
TE 308.1 K
D1 1.00000000 sec
TDO 1
e CHANNEL £l mmmmmmme
1 SFO1 400.1324710 MHz
fratesy i
P1 12.00 usec
PLW1 22.00000000 W
F2 = Processing parameters
SI 536
[ I SF 400.1300386 MHz
wom 1
SSE o
LB 0.30 Hz
GE o
1 PC 1.00
l
T T T T T T T T T T T
13 12 M 10 9 6 1 0 ppm

17.35 — &

Figure S16. 'H NMR spectrum (400 MHz, CDCI5) of the piperidinyl compound 8a.

10



Ob9vy  ggsgy
S £ A ' L

$8'6SZ1
¥8°09¢€1

pIR

oS oeves 69709  go1z9

 ¥2'999

—_— 05965}

156812

0¥ ¥582
" £6'0262

ShLzve

ro

LLLIS)

= g5}

100 F—ent.

2 8 3 &8 8 8 83 8 8 R

20UeRILISURIL %

©
~

>
~

o~
~

70

64
62

2000 1500 1000

Wavenumbers (cm-1)

2500

3500

4000

Figure S17. FTIR spectrum (KBr) of the morpholinyl compound 8b.
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Figure S18. Mass spectrum of the morpholinyl compound 8b.
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Figure S28. FTIR spectrum (KBr) of the hydrazinotriazine compound 10.
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Figure S34. FTIR spectrum (KBr) of the dimethyl pyrazolyl compound 13.
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Figure $36. *C NMR spectrum (300 MHz, CDCI5) of the dimethyl pyrazolyl compound 13.
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Figure S37. Mass spectrum of the dimethyl pyrazolyl compound 13.
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Figure S38. FTIR spectrum (KBr) of the benzylidenehydrazino compound 14.
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Figure $39. *H NMR spectrum (300 MHz, DMSO-ds) of the benzylidenehydrazino compound 14.
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Figure S40. *C NMR spectrum (300 MHz, DMSO-ds) of the benzylidenehydrazino compound 14.
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