MRI

Chemical Information:

Name: 1,4-Butanediol Date of Analysis: 27 May 2009
CAS No.: 110-63-4 Supplier: Sigma-Aldrich
Tox21 ID No.: Tox21 202245 Lot No.: 13323ED
NTP_CID No.: 60 MW: 90.12 g/mol
Purity and Identity Results:
. Retention Purity (%
Peak Identity Time (min) | Total Area)?
1,4-Butanediol 7.10 100.00

a Peaks comprising = 0.5% of total area.

GC/MS Instrument Parameters:

Instrument / lonization

Gas Chromatograph with Mass Spectrometer / Electron Impact

Solvent

Methanol (~ 1 mg/mL)

Column

J&W Scientific HP-5MS, 30 m x 0.25 mm ID, 0.25-pym 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 7 min

Source Temperature 250°C

Auxiliary Temperature 250°C

Scan Range 25 -500 amu
Injector Temperature 250°C

Injection Volume / Mode 1 uL / Split (100:1)
Run Time 36.5 minutes

Data Analysis Software

Xcalibur, v 1.2 and NIST Library v 2.0, build 7/23/2008

FAelaie Amndarce

TIC with Blark Oweray

2n_ —
Ee21NEMEd RTESE Al SE:2652,12r MLIBIZEr B
T8+ cElde| =350 00 Full mes [ 00-500 00]
Im 3
=
= . Major Component Mass Spectrum
1
fa 3
=
£ .
=
o N 5 11
o l] kL]
L= |I ﬁl'.’ = | TF W.]E? JEEL o momemas W moIE g NE @ EnE 1m Ll
0 o e
ao H 50 el m 1) = oo no 2o 1 a (1]
mT
100 - 31 42
I /\/\\\/OH
) HO
50 4 MIST Reference Mass Spectrum
27 57 71
s ML Tl ess]o e
0 A Ll 4953, [ &0 eol) 89
prrrrhr e e e Trrtrirhy fr 2 e e L
10 2 30 40 S0 &0 70 80 20

(M) 1. 4Butanediol



