ID Tox21_201705 Plate Batch2-SP109804 Well P1-J-13 File SP109804_J13.D Inj Date: 14 Sep 11 3:23 am MF C33H35N505 MW 581.3 Expected Conc: 3.00 mM ‘
*ELSD - -
N RT Found ELS% UV % ELS[mg/mL] Adj[ELS] [N mM] Adj[CLN] #N
orm. 7
80; - 1.46 16.2 17.0 0.43 3.69 mM 5.0
-
1 & f E § 1.64 Yes 46.5 41.1 1.19 2.05mM 5.92 mM 1.18 mM 5.0
— - o
60: R J\‘ j\ 1.74 Yes 13.5 17.0 0.36 0.62 mM 2.79 mM 0.56 mM 5.0
L . T i T T
: : : : :
*CLND 1.92 12.6 14.5 0.34 2.27 mM 5.0
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*UV 310 (220 to 400 nm) Comment: Failed - purity, isomers, M+H; M-H
Norm. 3 ('”\ g *MS+ 1.405:1.519 min *MS- 1.405:1.519 min
B © . .
1002 | 3 F 8 3 Norm, 4 o Max: 233535 Norm. = o Max 67356
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NS 02 o 03
c o~ < 20 9 20+
Norm. 7 § 2R & 0 Al 0 1 e
- il TI TI T T T T T T T T T T
1 I 500 m/z 500 m/z
500000 e A *MS+ 1.587:1.689 min *MS- 1.587:1.689 min
o2 - . B Norm. o Max: 289734 Norm. o Max 66448
— 80 80 3
Norm. 3 GOEQ 607;
E 40 40
200000 2097 20
E / A = I T /T
o4 500 m/z 200 m/Z
+EIC MSD1 $82, EIC=582:583 *MS+ 1.709:1.812 min *MS- 1.709:1.812 min
Norm. ] ‘ﬁ Norm. N Max: 211012 Norm. N Max: 47242
E i g 80 80
400000 — ) YC@H \ W 60 -lo 60
1 N 1= fi
200000 HO o N [1]] Jo E
07: Qﬂi_?'/'/CH - \/ \( k Ll 1 1 ‘212 1 ;12 E g
‘ ‘ > I ‘ ‘ ‘ ‘ ] ‘ ‘ E E 2
-EIC MSD2 580, IC2580:581 0o T, od W
F © ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ : ‘ ‘
Norm. - 3 2 500 m/z 500 m/z
100000 - 2 *MS+ 1.885:1.965 min *MS- 1.885:1.965 min
50000 ] o Norm. ax: 195285 Norm. o Max: 62334
07: 1 L Lo A/\\‘L 807:0 807:
‘ ‘ ‘ ‘ ‘ ‘ ‘ 60 1o 60
0 1 2 3 min R 1
D 4077 40 ™
i (o) 20 20 g
o CAUTION, Purity <50% o3 g
— — ‘ — T
PUb©hem 250 500 m/z 250 500 750 m/z
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