Chemical Information:

Name: 5-Methyl-3-isoxazolamine Date of Analysis: 13 August 2015
CAS No.: 1072-67-9 Supplier: Sigma Aldrich
Tox21 ID No.: Tox21_ 201149 Lot No.: 04609JJ
NTP_CID No.: 5006 MW: 98.10 g/mol
Purity and Identity Results:
. Retention Purity (%
Peak Identity Time (min) Total Area)?
5-Methyl-3-isoxazolamine 12.62 99.58
a Peaks comprising = 0.5% of total area.
GC/MS Instrument Parameters:
Instrument / lonization Gas Chromatograph with Mass Spectrometer / Electron Impact
Solvent Ethanol
Column Rtx-5 MS, 30 m x 0.25 mm ID, 1-ym film thickness
Carrier Gas Helium at 2.0 mL/min
Oven Program 50°C, hold 0 min; ramp @ 5°C/min to 320°C, hold 5 min
Source Temperature 230°C
Auxiliary Temperature 250°C
Scan Range 40 — 550 amu
Injector Temperature 250°C
Injection Volume / Mode 1 pL / Splitless
Data Analysis Software MSD ChemStation, ver D.03.00.611, NIST Library ver 2.0d, build Dec 2005

Apundancs TIC: 20150813_MSD10_132 Didata.ms

700000 TIC: 201506813_MSD10_127.Didata.ms
550000
B00CO0 .
o TIC with Blank Overlay
500000
ss0050
400000
|
sso000] |
ISUODDO. i
aoncon| |
1s0n00
—_—
sucon
Timeo» DWU?%T'DO .00 .00 10,00 12.00 14.00 15.00 18,00 20,00 22,00 2400 36,00 28,00 20,60 32,00 24,00 36,00 56,00 40.00 42 00 44,00 43.00 43,00 5000 52,00 54.00 56,00 500
LInkniowr; Stan 251 (12.623 mir): 20150813 WME010_132 Didate ma (-2123) Hit 1: 3 lsocarolaming, S-mathyl-
Compound in Library Faciee =473 GAHEN20: MF: §26; RMF; 935; Prob B5.7%; CAS: 1072679, Lt replb; 0: 14939,
Major Component Mass Spectrum NIST Reference Mass Spectrum
100 ® 100 &
)
o 5 . i} 4 «1”’/{ \\Io
43 }= N-’
4 i ) ias 4;1 5“!55 & .
sl LR, .-.-m'ﬁ’.--. jL8an ¥ il — o ."'|||53. LB e ----..g'gu e
40 =) [=in} Ta B ) 100 1o 40 5 B ki) 1) 8l 100 110



