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5-Amino-7-(5-amino-4-cyano-3-phenyl-2,3-dihydro-1H-pyrazol-1-yl)-6-nitro-3-phenyl-3H-1,2-diazepine-4-carbonitrile (5a)
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Intensity, cps

+Q1: 5 MCA scans from Sample 1 (TuneSampleName) of Mrs.moji(0-490)+ aceto_BP_Pos.wiff (Turbo Spray)

5.0e54
4.8e54
46234
4. 4eb4
4.2e54
4. 0ed4
3.8e54
3.6e54
3.4ed+
3.2e54
3.0e54
2.8e54
2.6e54
2.4e34
2.2e54
2.0e54
1.5e5+
1.6e5
1.4e5+
1.2e5
1.0e5
5.0ed 4
6.0ed
4.0ed+
2.0ed

60.2

0.0"
0

103.6

171.2

310.0

332.0

C2oH17NgO2
(439.44)
[5a]

H,N

Max. 5.0e5 cps.




5-Amino-7-(5-amino-4-cyano-3-(p-tolyl)-2,3-dihydro-1H-pyrazol-1-yl)-6-nitro-3-(p-tolyl)-3H-1,2-diazepine-4-carbonitrile (5b)
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Intensity, cps

+Q1: 5 MCA scans from Sample 1 (TuneSampleName) of Mrs.moji (0-520)+ aceto_BP_Pos.wiff (Turbo Spray)
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5-Amino-7-(5-amino-4-cyano-3-(3-methoxyphenyl)-2,3-dihydro- 1 H-pyrazol-1-yl)-3-(3-methoxyphenyl)-6-nitro-3 H-1,2-diazepine-4-
carbonitrile (5¢)
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Intensity, cps

-Q1: 5 MCA scans from Sample 1 (TuneSampleName) of Mrs.moji (0-380)-_BP_Neg.wiff (Turbo Spray)
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5-Amino-7-(5-amino-3-(4-chlorophenyl)-4-cyano-2,3-dihydro- 1 H-pyrazol-1-yl)-3-(4-chloro-phenyl)-6-nitro-3 H-1,2-diazepine-4-
carbonitrile (5d)
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5-Amino-7-(5-amino-3-(2-chlorophenyl)-4-cyano-2,3-dihydro-1H-pyrazol-1-yl)-3-(2-chlorophenyl)-6-nitro-3 H-1,2-diazepine-4-
carbonitrile (Se)
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B Q1 5MCA scans from Sample 1 (TuneSampleName) of Mrs.maji (0-560)-_BP_Neg.wiff (Turbo Spray)
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5-Amino-7-(5-amino-4-cyano-3-(2,6-dichlorophenyl)-2,3-dihydro-1H-pyrazol-1-yl)-3-(2,6-dichlorophenyl)-6-nitro-3 H-1,2-diazepine-

4-carbonitrile (5f)
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Intensity, cps

-Q1: 5 MCA scans from Sample 1 (TuneSampleName) of Mrs.moji (0-630)- me_BP_Neg.wiff (Turbo Spray)
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5-Amino-7-(5-amino-3-(2-bromophenyl)-4-cyano-2,3-dihydro-1H-pyrazol-1-yl)-3-(2-bromophenyl)-6-nitro-3H-1,2-diazepine-4-
carbonitrile (5g)
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Intensity, cps

-Q1: 5§ MCA scans from Sample 1 (TuneSampleName) of Mrs.maji (0-650)-_BP_Neg.wiff (Turbo Spray)
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5-Amino-7-(5-amino-4-cyano-3-(3-hydroxyphenyl)-2,3-dihydro-1H-pyrazol-1-yl)-3-(3-hydroxyphenyl)-6-nitro-3H-1,2-diazepine-4-
carbonitrile (Sh)
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5-Amino-7-(5-amino-4-cyano-3-(4-nitrophenyl)-2,3-dihydro-1H-pyrazol-1-yl)-6-nitro-3-(4-nitrophenyl)-3H-1,2-diazepine-4-
carbonitrile (5i)
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D,0-exchange spectrum of compound [5i]
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B 1 5 MCA scans from Sample 1 (TuneSampleName) of Mrs.moji (0-580)-_BP_Neg.wiff (Turbo Spray) Max. 1.7e5 cps.
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5-Amino-7-(5-amino-4-cyano-3-(2-nitrophenyl)-2,3-dihydro-1H-pyrazol-1-yl)-6-nitro-3-(2-nitrophenyl)-3H-1,2-diazepine-4-
carbonitrile (5j)
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Intensity, cps

-Q1: 5 MCA scans from Sample 1 (TuneSampleName) of Mrs.moji (0-580)-_BP_Neqg. wiff (Turbo Spray)
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5-Amino-7-(5-amino-4-cyano-3-(4-cyanophenyl)-2,3-dihydro-1H-pyrazol-1-yl)-3-(4-cyanophenyl)-6-nitro-3 H-1,2-diazepine-4-
carbonitrile (5k)
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Intensity, cps

-Q1: 5 MCA scans from Sample 1 (TuneSampleName) of Mrs.moji (0-540)--_BP_Neg.wiff (Turbo Spray)
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5-Amino-7-(5-amino-4-cyano-3-(naphthalen-2-yl)-2,3-dihydro-1H-pyrazol-1-yl)-3-(naphthalen-2-yl)-6-nitro-3H-1,2-diazepine-4-
carbonitrile (5I)
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F2 - Acquisition Parsmeters.
Date_ 20170513
Time 2128
INSTRUM spect
PROBHD 5 mm PABBO BB-
FULFROG 2530
o 88530
SOLVENT DMS0
NS
bs 2
SWH 8024 096 Hz
FIDRES 0.081520 Hz.
AQ 54394679 sec
RG 12
ow 83.000 usec
DE 8.50 usec
TE 288K
D1 1.00000000 sec
DO 1
======== CHANNEL {1 =======
SFO1 3008484063 MHz.
NUCT tH
P1 15.00 usec
PLWY 6.40000010 W

F2 - Processing parameters.
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EXPNO i
PROCND 1

Date 270114

Tima 23
INSTRUM =pect
PROBHD & mm PAEBO BE-
PULPROG 2309

T 50802
SOLVENT DMs0

ME 1500

os 2

SWH 26252 626 Hz
FIDRES D.520030 Hz
A 0. 9959655 sec
RG 208D

oW 15.800 usec
LE 6,50 usec

TE 2WETK

Dt 1.00000000 sec
Dt 0.03000000 sec
TDO 1

======== CHANNEL 1 ====—=
NUCE 13C

P1 .70 usec

PLY -1.00 48
PLIW 42 EROTEOIZW
SFO1 1006238284 MHz
======== CHANNEL {2 ========
CPODFRGZ waltzd
NUCZ H
PCFD2 80.00 usec
PL2 0.00 4B

PLI2 15,28 4B
PLIZ 18,28 dB.
PLZW 11.05230045 W
PLIZ2W D.32519458 W

PLIZW 0184588712 W
SFOZ 400 1316008 MHz
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Intensity, cps

-Q1: 5 MCA scans from Sample 1 (TuneSampleName) of Mrs.moji(0-590)- me_BP_Neg.wiff (Turbo Spray)

5.2e54
5.0e54
4.8e5+
4.6e5+
4.4eb4
4.2e54
4.0e5+
3.8e54
3.6e5+
3.4e5+
3.2e54
3.0e54
2.8e54
2.6e5+
2.4e54
2.2eb4
2.0e54
1.8e5+
1.6e5+
1.4e54
1.2e54
1.0e54
8.0e4+
6.0e4+
4.0e4+
2.0ed4

D.BE
0

60.8
95.8
g5 S7.8
57.8+ 168.0
34.0
_aai| 796
1412 170.2]

Wi J HII.L .L. Aol

&0

100

150

185.2

208.0. 2

Pl gt P A i
200

Max. 5.3e5 cps.

HoN
C30H21NgO2
(539.56)
[51]
2796 2t 407 4
254.2 244
2064 ||
317 &
2392 o7l a1 L 336.63436
Il e
84 |1 254 2p7o ‘,l i o/ ¥l doth 3706.377.4
J.;.nu ‘u..J.... LL. ! ; el i
250 300 350 400 450

m/z, Da

5108

500

5394

4436
4056 i 4708 i

850




7-Methyl-3-(3-methyl-5-0x0-4,5-dihydro-1H-pyrazol-1-yl)-4-nitro-5H-1,2-diazepin-5-one] (7a)
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Current Data Faramatars

NAME =5l
EXFND 7
FROCNO 1

F2 - Acquisition Parsmsters
Date_ 20170531

Time 23488
INSTRUM =pect
PROBHD 5 mm PAEBO BE-
PULPROG 2330

) 65536
SOLVENT OMS0
NS i

DS 2

SWH 005615 Hr
FIDRES  0.081838 Hz
) 54526852 s20
RE ]

ow £3.200 usen
DE .50 usec

TE 8T2K

D1 1.00000000 sec
oD 1
====z=== CHANNEL f1 =
SFOT 300.81135TE MHz
NUCT H

1 15.00 usec
FLWI  6.40000010 W

F2 - Processing paramsters
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] 030 Hz
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D,0-exchange spectrum of compound [73a]
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Cument Dats Farametars

NAME FGU
EXPNO 1800
FROCNG 1

F2 - Aoquisition Parsmeters.
Date_ 20170605

Time 1835
INSTRUM spect
PROBHD & mm PABSO B5-
PULPROG 30

o 85538
SOLVENT DHSO

NS 128

o 2

SWH BO0S.E15 Hz
FIDRES  0.081855 He
a0 54525852 sec
RG it

ow 83.200.useo
DE 6.50 usec

™= K

o1 1,00000000 sec
o0 1

= CHANNEL 1 =======
SFO1  300.811B578 MHz
NUCT H

a2 16.00 usec:
PLWT  B.40000010W

F2 - Frocessing parsmaters

SF 3008100000 MHz

wow EM
ss8 0

LB 030 Hz
GB 0

PC 00
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Cument Data Parameters
NAME PGU
EXPHC Tz
FROCND 1

2141

—198.22
172,48

—162.75

—160.19
150.27
138.10
112,45
=

F2 - Anquisition Paramsters
Datz_ 20170531

Time: 2
INSTRUM

T5.6482582 MHz

10.00 usec

30.00000000 W
======== CHANNEL 2 ===—==—=
EFO2Z 200.8112032 MHz
NUCz H
CPDPRG[2 waltz1g
FCPDZ 20.00 usac
PLWZ 640000010 W

PLWT2 0ATITEI00 W
PLW12 014255559 W

F2 - Pronessing parameters
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Intensity, cps

-Q1: 5 MCA scans from Sample 1 (TuneSampleName) of Mrs. moji (0-310)-_BP_Neg.wiff (Turbo Spray)
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20470531
22
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iH
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0.20H

300.8118575 MHz
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F2 - Aoguisition Paramsters

Date.

Ti
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g
&
7o
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SFOT
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B

w1

-5-one (7b)

iazepin
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4-Nitro-3-(5-oxo0-3-propyl-4,5-dihydro-1H-pyrazol-1-yl)-7-propyl-5H-1,2-d
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Currant Data Paramaters

08 = L E% % ']
: = 0 o — e Oy et P L
o Y Ep = E 5 REEREOEE oo
C 2
8 r-{bl. {BE n Q 8 o gy WD — 00— T PROCNO 1
1 — e S = =1 — (Gl B W e et W I
s L F2 - Acquisition Parameters
| L4 | ! | : : “ | Date_ 20170807
Time 125
INSTRUM spect
PROBHD 5 mm PABBC 88-
O FULFROG
o
SCLVENT
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DS
-
N N N\ N SWH

D1 Z 00000000 sec
(3] 003000000 sec
O TOO 1

NUCZ H
CPLPRGIZ waltzi®
PCFDZ 80.00 usec

PLWZ 5.40000010 W
PLW12 QATTTE00D W
PLW12 0.14350000 W

F2 - Processing parsmaters
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B (01 5MCA scans from Sample 1 (TuneSampleName) of Mrs. moji (0-370)-_BP_Neg.wiff (Turbo Spray)

4.4eb+
4.2e54
4.0e5+
3.8e54
3.6e5
3.4e54
3.2e54
3.0e54
2.6e54
2.6e54
2.4e54

2.2e54

Intensity, cps

2.0e54
1.8e54
1.6e54
1.4e5+
1.2e54

1242 149_2453_0

1.0e5
8.0ed
6.0e4 4

4.0ed A

211.2

Max. 4.5e5 cps

O

M\( -
N,N | N
//

0]

O,N

Ci4H7N504
(319.32)
[7b]

2944

319.0

=B
‘1'5324.8

U.U’ : : —y . A M2 o

180
miz, Da

T
160

200

230

}Fu. afall .M«M 7] .nhM
320 340

360




