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Charge number:1

Tolkrnce:3.00(mmu) Unsaturation Mumber:0.0 .. 20.0 (Fraction:Both)
Element:'2C:0 .. 50, 'H:0 .. 200, ¥F:1 .1, “NO .2, %03 . 3
Ralative Intznsity
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Mass Difference | Mass Difference "
Mass Intensity | Calc. Mass {mmu) (ppr) Possible Formula Unsaturation Number
199.05164 18240588 199.08150 -0.24 -1.28 ¥ Cs 'Ha ' ¥F1 4Nz "0 55
N-(5-Fluoro-2-nitrophenyl)acetamide 1a
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Intensity (26)

Charge number:1
Element'2C:0 .. 12, 'H:0 .. 200, '8F:1 .. 1, N0 .. 3, 00 .. 3

Relative Intansiy

156~

[~~157

NO,

NH,

5-Fluoro-2-nitroaniline 4a

Tolerance:3.00(mmu)

Unsaturation Number:0.0 .. 14.0 (Fraction:Bath)
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15695 157.00 157.05 157,10 157.15
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Mass Intansity | Calc. Mass Mass[nl::l:.fz;enca Mass[gpﬁ:na}mn:e Possible Formula Unsaturation Number
1570410  E74400  157.04133 0.24 -1.86] "8G Hg'9F 14N 150 4.5

5-Fluoro-2-nitroaniline 4a
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Charnge number-1

Element:'*C:0 . 50, 'H:0 . 100, 3CLO 1, “N:0 . 2, =00 . 6

Relative Intensity

Tolerance: 3 00(mmu)

Unsaturation Mumber:0.0 .. 12.0 (Fraction:.5)
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Mass Intensity Calc. Mass Mm(anT:)'mce Massi;)::;rence Possible Formula Unsaturafion Mumber
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N-(5-Chloro-2-nitrophenyl)acetamide 1b
NO,
H
N\”/
0
Cl
| | M |
L
8.2 7.2
| !
]
. J,u. S _— . I W P
: & g
— T —y— T T T T T T - T T T T
1.0 105 100 85 90 85 80 5 W0 85 6O 55

N-(5-Chloro-2-nitrophenyl)acetamide 1b
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Mass Intensity | Cale, Mass ‘ Masﬁn[:::;snm Mmtspm:)m"m Possible Formula Unsaturation Number
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Charge number:1 Tolerance:3.00{mmu)

Element2C:0 .. 30, "H:0 .. 42, =Br1 .1, “N:0 .. 3, =00 . 4

Relstive Intansity

Unsaturation Mumber:0.0 .. 9.0 (Fraction:Both)
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Mass Intensity Calc. Mass Ma.ss{rli.l):‘l:lfﬁgence Mass[;);t::]rence Possible Formula Unsaturation Mumber
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Charge number:1 Tolerance:3.00{mmu) Unsaturation Mumber:0.0 .. 3.0 (Fraction-Both)
Element12C:0 .. 30, "H:0 .. 42, =Br1 .1, "*MN:0 . 3, 500 .. 4

Relative Intensity
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Charge number:1
Element12C:1 . 20, "H:1 40,1710 1, *4N:0 L 2, 5000 . 4

Relative Intensity

Tolerance:2 50{mmu)

Unsaturation Num

ber-0.0 .. 15.0 (Fraction-Both)
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CI_|||-|||||-|||||-|||.-||||||||||-||||||||||
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Mass Intensity Calc. Mass Masrs{rli‘):‘l;fﬁ;ence Mass[gl;l::;ence Possible Formula Unsaturation Number
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Charge number: 1
Element2C:1 .. 20, "H:1 40,9710 1, N0 . 2 2000 .. 2

Relative Intensity

5-lodo-2-nitroaniline 4d

Tolerance:3.00{mmu)

Unsaturation Number:0.0 .. 15.0 (Fraction:Both)
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2064.60 284.30 285.00 26520
miz
. Mass Difference | Mass Difference . "
Mass Intensi Calc. Mass Possible Formula Unsaturation Number
Y (mmu) (bpm)
264.94624  264648.50] 26494739 -1.15 _4.35 “Ce He 10, 4.5

5-lodo-2-nitroaniline 4d
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Datad14 Reopaired: 5242016 9:220:45 AM

Sample Mama: Oporator Accu TOF
Description: Mass Calbration data-Cal PEG 00
lonization ModaE51. Croated:5/31/2016 6:40:45 PM
Histony Datormine miz{Poak DotoctfControid, 30 Areal Comoct Basef1000%]] Cormoct Basof5.0%] AveragelMS{1] 0.0)  Croatod byzAecuTOF
Chargs nambar] Toboranco 3, 00{miru) Uinsansration Number0.0 .. 2000 (Fraction:.5)
Elbomant G0 . 50, "HO . 100, N0, 3, =00 2
Polsive onsity NO2 H
11080 [259.08585 N \ﬂ/
1 o
1 HN_
0] NH
4 O%\

— T —T —r7
253080 283.080 253100
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Mass | Iniensity | Gakc. Mass | M58 osanco ""‘“h“f‘m“;"“ Possbo Formula | Unsaharation Number

753 08550 236051 753 08589 0.30 1,347y e L 0 55

N-(5-(2-Acetylhydrazino)-2-nitrophenyl)acetamide 3a
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Expavimaent Tidhe: Moo, Data Name: 168 MS Tune Expaiimant DateTime: 521/ 2018 11:27:06 AM

Crantion PAaramatens: Average|MS[1] Teme:0.20..0.20) Mathad Mame: DART:
210%  1sensay (26 N02
NH,
254
] HN_
a0 NH,
10+
5 168
[ R e = 4 i =t S T
50 100 150 Eatil 250 300 350 400
3-Amino-4-nitrophenylhydrazine 5a
Diatac165 L 16 11 :2389:02 AM
Samplo Mame:knior Opsofator:focu TOF
loniraticn Moda:ESl: Croated 10016 5:30:36 PM
Hiztory-Dotorming m/'z{Paak DetoctfControwd 30 Asea|Cormoct Basol5.006]) Comoct BasofS. 0% Avorago(MS{1] 0,01  Croated by:Aaou TOF
Charge numbar:1 Tiokorance 23 00 memu) Linsasuration Mumber 000 . 120 (FracSon: 0}
Elomnont: =G0 _ 50, "HO . 100, N0 .3, =00 .3
Pl Irfansiy NO,
] NH,
40 180 84T
] HN .
20 NH,
o T T T T T T T T T T T T T T T T T T
180.08 180.08 189,10 180,12

Mass Intonsity | Calo, Mass "‘“‘:mm ""“"D“"J"""" Possiblo Formuds | Uneaharation Murbes
16906473 75180075 16906451 0.2 1310 THs N, 50

3-Amino-4-nitrophenylhydrazine 5a
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Charga number:1 Tolerance:3,00(mmu) Unsaturation Number:0.0 .. 14.0 (Fraction:Both)
Element:'2C:0 .. 100, 'H:0 .. 200, “N:0 .. 3, %00 .. 3

Relative Intensity
100 272.10348 NO, H
' o
1 o
50 Pifd\\]::::::]
0= T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
271.80 27TE00 2Te 27240
miz
Mass Intensity | Calc. Mass Mm;[n?m;a nee Mass[E:r;}mnca Possible Formula Unsaturation Number
27210844  54445.28]  272.10852 0.04 0.1 RC4 H1s #N5 1803 | 9.5

N-(2-Nitro-5-(phenylamino)phenyl)acetamide 3b
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N-(2-Nitro-5-(phenylamino)phenyl)acetamide 3b
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K10°  Intensity (%)

Charge number1
Element:'2C:0 .. 12, 'H:O .. 200, “N:0 .. 3,500 .. 3

Relative Intensiy
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2-Nitro-5-anilinoaniline 5b

Tolkerance:3.00[mmu)

Unsaturation Mumber0.0 .. 14.0 (Fraction:Bath)
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Mass Intensity | Calc. Mass Masﬁﬂ?mr nce Mmtgf:}m"“ Possible Formula Unsaturation Number
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2-Nitro-5-anilinoaniline 5b
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x10°  Intensity (34)
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N-(5-(2-Hydroxyethylamino)-2-nitrophenyl)acetamide 3c
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Charge number1

Tolerance:3.00{mmu)

Element:'*C:0 .. 12, 'H:0 .. 200, “N:0 .. 4, 500 .. 4

Relative Intensity

Unsaturation Number:0.0 .. 14.0 (Fraction:Bath)
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N-(5-(2-Hydroxyethylamino)-2-nitrophenyl)acetamide 3c
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K10°  Intensity (%)
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5-(2-Hydroxyethylamino)-2-nitroaniline 5¢

Charge number:1
Element'2C:0 .. & "HO .. 200, “NO .3, "800 .. 4

Tokrance:3.00(mmu)

Unsaturation Number:0.0 .. 14.0 (Fraction:Both)

Relative Intensity N02
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50 - HN 1
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Mass Intensity | Calc. Mass Mass[n[:li:‘f:;anca Mass[spi‘ffn?)mnca Possible Formula Unsaturation Number
198.08810 1603525  198.08747] 0.24 1.200'#Cs"H1a" N2 "0 4.5

5-(2-Hydroxyethylamino)-2-nitroaniline 5¢
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N-(2-Nitro-5-(phenyldiazenyl)phenyl)acetamide 3d

x10°  Intensity (24)
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N-(2-Nitro-5-(phenyldiazenyl)phenyl)acetamide 3d
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Charge number:1

Tokrance:3,00(mmu)

Unsaturation Number:0.0 .. 14.0 (Fraction:Both)

Element'2C:0 .. 100, 'H:0 .. 200, “N.0 .. 4, %0:0 .. 3
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1004 H
28509536 N\n/
1 (0]
: N
N
50 -
CI--||||||||||||||||||||||||l||||| e e IS B B S B m e B S B m B e s S
284,80 285.00 285.20 285.40 285.60
mz
Mass Diffarence | Mass Difference
Mass Intensity | Calc. Mass (mmu) {ppm) Possible Formula Unsaturation Numbar
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N-(2-Nitro-5-(phenyldiazenyl)phenyl)acetamide 3d
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N-(2-Nitro-5-(phenyldiazenyl)phenyl)acetamide 3d
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38




x10°  Intensity (34)
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Charge number1

2-Nitro-5-(phenyldiazenylaniline 5d

Tolerance:3.00(mmu)

Element'2C:0 .. 12, 'H:0 .. 200, “N:0 .. 4, %00 .. 3

Unsaturation Number:0.0 .. 14.0 (Fraction:Bath)

Relative Intensity N 02
160 243.08918 NH,
| N
50 °N
0= T T T T T T T T T T T T T T T T T T T T T T T T T
242,80 242,90 243.00 243,10 243.20 243,30
miz
Mass Intensity | Calo. Mass | Mass Difference | hiass Differance Possible Formula Unsaturation Number
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2-Nitro-5-(phenyldiazenyl)aniline 5d

39




SR 31 ] )

NO,
NH,

240

T TTTT T TTTTT

220

200

—rr

2-Nitro-5-(phenyldiazenyl)aniline 5d

N&
N
o
5SE888 2
2110077 i § |
f o |
- ( et
{0 L
‘ NE| |
a9 -
s s H IV $3 e/l e = =
% 7 [ “ .’ 58 g(| 23 S8 °
| { a s ~KN " : 2% |
I : a | T =
IR O ; ‘
| ’ [" V'.' |
| H, M WL - [
U1|| | | \.; ! ‘l' | '
bl IW‘\‘li | ‘ A H |
,“\ 1‘ o u‘ fl‘fl\ % J\ JA“ j\ A
| / A v / v
I et N ST S — j\;~ N
ind T T ™" T T b Richd RAAAS RAbhd bALAY BAAMS R4S LI B Ty T T
8.28 ppm 7.945 ppm 7.56 7.54 ppl.355 ppm I7.27 7.’20|7.‘22|pplm Wg;)‘r:
— —_— —_— Ny .
1.00 159 3.21 1.02 a.72 218
1
M e Lo
T T T T T T T T T T
11 10 9 8 6 5 ] 3 2 1 -0 -1 pp
v ¥ o
1.00 3.214.72
2.08 1.0 2.18

56.869

16

|

151.702

— 145.371

—132.4%6

—129.502

127.822

-124.6547

—~123.568

-—-114.176

110.532

T
180

T

T
160

T

T

140

120

~-77.667
f77.448

NO,

2 NH;
]

Mmmmmmm

B
G(] 40 20 0

2- Nitro-5-(phenyldiazenyl)aniline 5d

40



