Chemical Information:

Name: Benzyl benzoate Date of Analysis: 14 June 2016
CAS No.: 120-51-4 Supplier: Sigma-Aldrich

Tox21 ID No.: Tox21 201337 Lot No.: 108K1206

NTP_CID No.: 3595 MW: 212.24 g/mol

Purity and Identity Results:

Retention Purity (% Total
Time (min) Area)?
Benzyl benzoate 36.59 100.00

a Peaks comprising = 0.5% of total area.

Peak Identity

GC/MS Instrument Parameters:

Instrument / lonization Gas Chromatograph with Mass Spectrometer / Electron Impact
Solvent Acetone

Column Rtx-5 MS, 30 m x 0.25 mm ID, 1-uym film thickness

Carrier Gas Helium at 2.0 mL/min

Oven Program 50°C, hold 0 min; ramp @ 5°C/min to 315°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 / Split (100:1)

Data Analysis Software MSD ChemStation, ver F.01.01.2317, NIST Library ver 2.2f, build Dec 2014

w10 7+ TIC Scan 20160614_M3011_102D
3541
2 TIC with Blank Overlay
2_
154
14
0.5+
1]
w10 7+ TIC Scan 20160614_MI011_120D
3541
o
2.5+
2_
154
‘I_
0.5
0

2 4 6 6§ 10 T2 14 16 18 20 22 24 25 28 30 32 34 36 38 40 42 44 45 43 50 52 54 56 68
Counts ws, Acquisition Time (min)

Linknewm; Inl =103
Hit 1 : 2-Furanmethanol, tetratydro-

1004 ki CAHIDO2; MF- 897, RMF: 897, Prob 40, 7%; CAS® 97-95-4; Liby replib; 10 8034
Maior Component ®1 NIST Reference Mass
J p Spectrum
“ Mass Spectrum “

]

4 » O ~

27
n

40 4t AE657 2 l iy I,
{ Il- ‘m--iunﬁ-s's-d'- E'1- -mu'- -.-ﬂs---u----um!- — o .Il | 5;"51 Fﬂl 7 85 99102

40 50 B0 i) 1] a0 100 1 N 2'0 3'0 | 5|IJ 5}3 ?IU Bfn 9'0 ]60“ 1;0

(Tt Fk) 2-Furanmethand, tatrahydro: + Scan (f: 1.950, 11.968, 11.372, 11.378 . min, 26 scans) 20160614_MSDH_117.0 (fopib) 2 Furanmathanel, teranygo



