Chemical Information:

Name: 4-Methyl-3-nitrobenzoic acid
CAS No.: 96-98-0 Supplier: Sigma-Aldrich
Tox21 ID No.: Tox21_ 201069 Lot No.: 08507DC
NTP_CID No.: 383 MW: 181.15 g/mol
Purity and Identity Results:
. Retention Purity (%
Peak Identity Time (min) | Total Area)?
DMSO 5.67 Not applicable
4-Methyl-3-nitrobenzoic acid 17.01 98.80

a Peaks comprising = 0.5% of total area.

GC/MS Instrument Parameters:

Date of Analysis: 14 August 2007

Instrument / lonization

ThermoFinnigan TraceGC with ThermoFinnigan TraceMS / Electron Impact

Solvent Dichloromethane (100 mM in DMSO, diluted 1/1000 with dichloromethane)
Column J&W Scientific HP-5MS, 30 m x 0.25 mm ID, 0.25-um film thickness
Carrier Gas Helium at 1.0 mL/min

Oven Program

35°C, hold 2 min; ramp @ 10°C/min to 310°C, hold 2 min

Source Temperature 250°C
Aucxiliary Temperature 250°C
Scan Range 35—250 amu
Injector Temperature 250°C

Injection Volume / Mode 2 yuL / Splitless

Run Time 31.5 minutes

Data Analysis Software

Xcalibur, v 1.2 and NIST Library v 1.7, build 11/5/1999

RT:305-31.47 SM: 3G

100
e
50
o
EE
752

=
3 6o
§ eo-
§..-
g 553
e
2 503
2 3
5 455
& 405

ELE
303
253

70 TIC with Blank Overlay

|

OFhI4HS #3868 RT: 17.01 A 1 NL: 8.99E5
T: 0.0} + ¢ Eldet=350.00 Full ms [ 35.00-250.00]

1005

e Major Component Mass Spectrum

118

107
105| 108
ur

]
82

s5

‘ | El
Ll
o = @

a

87 14|20 LEJRES)
“58 il it “ﬁ =
ot ey
% 0 1o
m

il 95 108

il

—‘I‘m..w Lr +
1w 1o

185

138
151
34 |m T e |10
el AN
o s 1o

181
168180 | 182

PR

7o 180

L L sy
14 18 18 20

Time (min)

100.

4“4

39
28

To1 195 138
T
150 oy

&l

&3

55
}-\' ‘ |
T e )

D\N.,,O

77

By

OH

Q
NIST Reference Mass Spectrum

181

200

0 % XK

5

0

T
0

H T =
& 0100 10 120 13 140 150 14 170 1&




