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Chemical Information:

Name: N'-Methyl-N,N-diphenylurea Date of Analysis: 17 September 2007
CAS No.: 13114-72-2 Supplier: Sigma-Aldrich
Tox21 ID No.: Tox21 200786 Lot No.: 13311LQ
NTP_CID No.: 1068 MW: 226.27 g/mol
Purity and Identity Results:
. Retention Purity (%
Peak Identity Time (min) | Total ,g\/r(ea)a
DMSO 5.17 Not applicable
Unknown 8.93 0.60
Unknown 16.11 0.77
N'-Methyl-N,N-diphenylurea 20.41 97.45

a Peaks comprising = 0.5% of total area.

GC/MS Instrument Parameters:

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

Auxiliary Temperature 250°C

Scan Range 50 — 350 amu

Injector Temperature 250°C

Injection Volume / Mode 2 L / Splitless

Run Time 31.5 minutes

Data Analysis Software Xcalibur, v 1.2 and NIST Library v 2.2, build Jun 10, 2014

RT:205- 2150 SM 26

A

TIC with Blank Overlay

Relative Abundance

B — i L N
, L PP

e T EE— N A=

& [ ] 10 12 14 16 18 20 2 22 o6 = o

Time (m
OF iS00 FI080 AT 20A1 A1 HL 3EFED
N I L
100

100, 169

10H

Major Component Mass
Spectrum .

LR

. s}

> {’ ]

o N
¥ 803 ~ N NH.
2 ool | -
3 wod . 5 //\
- 170 Y
§ [
3 =] N

P ™ e e

s

-
g L] s
sl ar » 51 " 228
o 58
10 " E
5 104 3 _—
=k e e [ i1 , = a s31 104 12 45 190
IIT [J" ! "Tl ol R vgllle e s e am myzs 7 2 LT A POT I Itz i 5t |lle 1% 20 )
L e e R R e e ] 7 ity e e ] T e
FARRE" SR A" SRR AR R AL Rt (N R LA RS AR A F R A R R AR 8 1020 30 40 50 80 70 50 5O 100 110 120 130 140 150 160 170 130 130 200 210 220 230 240

e (mainlib} 1-Methyl-3,3-diphenylurea,



