Chemical Information:

Name: 7-Oxabicyclo[4.1.0]heptane-3-carboxylic acid, Date of Analysis: 04 October 2016
7-oxabicyclo[4.1.0]hept-3-yImethyl ester

CAS No.: 2386-87-0 Supplier: Sigma Aldrich

Tox21 ID No.: Tox21 202388 Lot No.: 02728AJ

NTP_CID No.: 3001 MW: 252.31 g/mol

Purity and Identity Results:

. Retention Purity (% , Retention Purity (%
Peak Identity® Time (min) | Total eraa)b Peak Identity® Time (min) | Total erea)b

Acetone 2.00 Not applicable 2386-87-0 42.16 19.59
Unknown 38.01 3.14 Unknown 47.11 0.57
2386-87-0 41.70 56.60 Unknown 47.58 1.02
2386-87-0 42.12 15.85

a Three primary isomers identified; total = 92.04%.
b Peaks comprising = 0.5% of total area.

GC/MS Instrument Parameters:

Instrument / lonization

Gas Chromatograph with Mass Spectrometer / Electron Impact

Solvent Acetone (~ 100 pg/mL)
Column Restek Rix-5MS with Integra-Guard, 30 m x 0.25 mm ID, 1-pym film thickness
Carrier Gas Helium at 1.5 mL/min

Oven Program

50°C, hold 2 min; ramp @ 5°C/min to 315°C, hold 5 min

Source Temperature 230°C
Auxiliary Temperature 250°C
Scan Range 40 -475 amu
Injector Temperature 250°C

Injection Volume / Mode | 1 pL / Splitless

Data Analysis Software

MassHunter GC/MS Acquisition B.07.02.1938 / MassHunter Qualitative
Analysis B.07.00 Build 7.0.7024.0 / NIST Library Version 2.2 Build 2014

win 7+ TIC Scan 20161004_hE50711_003.0

1
& TIC with Blank Overlay
|:|_
10 7 |+ TIC Sean 20181004 MED11_036.0
111
0 . [

2 4 F B 1012 1416 18 20 22 24 26 28 30 32 34 36 38 40 42 44 45 48 50 52 54 56 58
Counts ws._ Acouisition Tirme fmind

Wajor Component Mass Spectum - RT 4170

1270

L ™

Ovabicycia4 1 0vetene:caowylc acd, Toxabicydofd1 hept-yimethy ester + Scan (t 4159341871 min, 55 scans) 2001004 MDIT_0%6D | 4o %

a1

E7
55

iy

R EEEE
Cauntsvs. Masso-Charge (mfz)

A 1

.
40 ED 80

MNIST Reference Mass Spectrum

ﬂ
o
|
B 127
97
[u}
110

‘ 141
Il

l
140 160

n
100 120 180 200 220 240 260 280

[mainlib) 7-0xabicyclal4.1.0lheptane-3-carbowlic acid, F-axabicycla[4.1.0]hept-3-ylmethyl ester



