ID Tox21_113159 Plate Batch4-SP112431 Well P1-H-24  File SP112431-H24.D

Inj Date: 6 Sep 13 5:33 am -

MF C15H16N3S MW 270.1

Expected Conc: 3.00 mM \

*ELSD _ .
\ RT Found ELS% UV % ELS[mg/mL] Adj[ELS] [N mM]  Adj[CLN] #N
orm. 7
] 0.15 0.0 0.0 0.06 mM 3.0
807 0.32 0.0 0.0 0.07 mM 3.0
70 ] 1.19 7.7 20.3 0.04 0.13 mM 0.6 mM 0.2 mM 3.0
*CLND 1.41 0.0 3.1 3.0
Norm. 1 £ 1.44 0.0 27.4 3.0
7 - ﬂ' 1.47 Yes 92.3 49.2 0.24 0.87 mM 2.49 mM 0.83 mM 3.0
60 ] A 3.41 0.0 0.0 0.15 mM 3.0
i A 7| VI
e e s "J/ M 7\ ey Ut
e e M——
*UV 310 (220 to 400 nm) \Comment: Failed-Purity \
Norm. ] f *MS+ 1.152:1.216 min *MS- 1.152:1.216 min
1004 ‘ \ % Nom. | 9 Max: 17029 Norm. Max: 23746
50 | | \ g i 803 8073
04 /J k_/uwf ‘ | 60 E 60 =
— 40~ w0 |o
20 - 203 <
0 ,: o . } A 0 ,:m......h. ‘m...mm‘ il
T I T I T I
500 m/z 200 m/z
*MS+ 1.396:1.423 min *MS- 1.396:1.423 min
Norm, - Max: 16156 Norm, - Max: 28093
80 80
- | - ]
Norm. 5 60 60 ] 8
1500000 40 407 |
1000000 - 20 207 )
500000 7; | R ,;,v,;.\w,,»x,«v/x’;‘ AN N 01 i ‘m‘.‘ L “‘ o ‘ ‘ 0 Tl m‘w M‘ N I‘LHummh“llu.\uu.“m.AN..“u\“\‘m ‘.m - l‘\m PR - : ‘ ‘
e e e e 1 | e e : 500 m/z 250 500 750 m/z
+EIC MSD1 271, EIGk2708:271.8 | NH *MS+ 1.423:1.455 min *MS- 1.423:1.455 min
Norm, . H,C” 23 2 Norm.— o Max: 57875 Norm, - Max: 22430
E ~ 80 80
100005 S ‘N CH, 60 60
5000 5 Al 40 07 |3 o
0 = i TR L !‘\Q\M\l N M A L b I A A ] 1 E
1 T T 20 - 20 ™
04 | 0 o .JI\ sl st i
‘ ‘ P ‘ ‘
500 m/z 500 m/z
*MS+ 1.455:1.512 min *MS- 1.455:1.512 min
Norm. O Max: 49143 Norm, - Max: 21480
80 80
0 1 2 3 min 60 %0
40 403~ | ~
2 : , o 20 2013 | S
o MW Confirmed, Purity 50-75% 02 SO b 1 W N
‘ ‘ PR ‘
PubClhem
OpAns_Process.MAC Version A.01.10 - Dec 9, 2010
Page 1of1


http://pubchem.ncbi.nlm.nih.gov/summary/summary.cgi?sid=144206710

	structure: 
	viz: 
	pc: 
	gg: 


