Woaters

THE SCIENCE OF WHAT'S POSSIBLE.
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DADT A, Sig=293.4 Ref=off (E\DA LC 2013-10-30 16-26-161061-6407.5)
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[ ADPLICATION NOTE |
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1 2.06 415.1543 + C: 13.9794 416.1623 0.2 28215.4
2 2.06 433.1649 2 x Hydroxylation C21H24FN306 31.9905 434.1734 0.7 31281.3
3 227 447.1442 3x ion + C: 45.9699 448.1528 0.8 94660.8
4 233 417.1700 Hydroxylation C21H24FN305 15.9946 418.1775 -0.3 24078.7
5 2.38 431.1493 Quinone formation C21H22FN306 29.9744 432.1573 0.2 541861.1
Quinone formation + Glycine conjugation- :
6 2.80 364.0707 H12N2 (R_5:-C7H12N2) C16H13FN207 37.1044 365.0785 o 213393
7 2.97 431.1493 Quinone formation C21H22FN306 29.9743 432.1571 0 40682.5
8 3.18 413.1587 Quinone formation-F+H (R_2:-F+H) C21H23N306 11.984 414.1669 0.4 144555.6
9 3.28 325.0598 3 x Hydroxylation-C7H12N2 (R_5:-C7H12N2) C14H12FNO7 -76.1153 326.0676 0 13489.6
10 3.60 417.1700 Hydroxylation C21H24FN305 15.9952 418.1781 35315.7
11 4.08 417.1700 Hydroxylation C21H24FN305 15.9946 418.1775 29776.5
12 4.45 417.1700 Hydroxylation C21H24FN305 15.9951 418.178 13750.1
13 4.50 429.1536 Quinone formation + Oxidative Defluorination C21H23N307 27.9785 430.1614 0 51941.1
14 5.30 415.1543 Hydroxylation + desaturation C21H22FN305 13.9786 416.1615 -0.6 37645.7
15 5.57 361.1438 Parent-C3H4 (R_4:-C3H4) C18H20FN304 -40.0309 362.152 0.4 13956.9
16 5.78 385.1438 Desaturation-CH2 (R_0:-CH2) C20H20FN304 -16.0317 386.1512 -0.4 16024
17 5.83 401.1387 2-ethoxyl to acid C20H20FN305 -0.0364 402.1465 0 20389.5
18 5.94 415.1543 Hydroxylation + desaturation C21H22FN305 13.9792 416.1621 0 164162.6
29 6.05 373.1802 Decarbonylation C20H24FN303 -27.9949 374.188 231287.6
20 6.05 405.1700 Hydration-CH2 (R_0:-CH2) C20H24FN305 3.9946 406.1775 79747.6
21 6.52 359.1645 Decarbonylation-CH2 (R_0:-CH2) C19H22FN303 -42.0112 360.1717 69515.3
Demethylation + hydroxylation-C7H12N2 -
22 8.01 279.0543 (R_5:-C7H12N2) C13H10FNOS 122.1215 280.0614 19689.1
23 8.64 399.1794 Oxidative Defluorination C21H25N305 -1.9965 400.1864 -0.8 140767.3
24 8.70 417.1700 Hydroxylation C21H24FN305 15.9952 418.1781 0.3 57685
25 11.62 415.1907 Methylation C22H26FN304 14.0152 416.1981 -0.4 192541.7
26 15.76 415.1743 Hydroxylation + Oxidative Defluorination C21H25N306 13.999 416.1819 52295.1
27 18.20 397.1638 Oxidative Defluorination + Desaturation C21H23N305 -4.012 398.1709 36549.6
28 18.73 292.0859 C14H13N204F C14H13N204F -109.0892 293.0938 \ 0 /) 487233.2
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