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Source biotransformation set: | < Show All > ] ‘Working biotransformation set: Kele
Name |_Massshift | Formula - Name MassShift | Formula |
Loss of Cyclohexyl Ring 83 -CBH11 PP | -cos2 88 -CR+H2
Debromination - H 80  BrH - C2+OH 52 CR+OH
Debromination plus H 78 BreH Dechlorination plus H 34 -ChH
co+H2 68 CReH2 COH 18 CkOH
Loss of Cyclohexyl Ring + Oxi... 67 Dehydrogenation 2 H2
Debromination plus H + Oxidat... 62 Parent 0
-CR+OH 52 -CR+0H Hydrogenation 2 H2
Loss of Cyciohexyl Ring + Di- 51 Metnylation a4 CcH2
st p -l O S o
Decarboxylation 44 co2 Di-Oxidation 2 02
Tri-Demethylation 42 C3He Tri-Oxidation 8 03
Dechlorination - H % CHH Oxidation + Sulfonation 96
Loss of CyclohexylRing + Tri-.. =35 Oxidation + Glucuronidation 192
Dechlorination plus H =34 ~ChH
Debromination plus H + Tri-Oxi..  -30 P—
Loss of NO -30 -NO
Di-Demethylation 28 -C2He w
0-CH2CO 26 OCHXO
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‘Analog Data Paramelers
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Peak Biotransformaton = Mass Expected Q1/Q3 RT. Peak % Peak
D Shift  miz (min) Area Area Height
Parent 0.0 230.0 230.0/1860.1 7.31 9.40e7 498 7.95e6
M1 Ongaton + Guowronigaton - 192.0  422.0 422074220 252 8.06e504 592e4
M2 Ongston + Guowronigaton . 192.0  422.0 422.0/4220 344 5865e503 6.85e4
M3 Oxidation 16.0 2460 246.0/176.1 349 1.3%5 0.1 1.45e4
M4 Di-Oxidation 320 2820 262.0/180.1 390 1.38e6 0.7 941e4
M5 Di-Oxidation 320 2820 262.0/180.1 426 ©6.38e503 5.78e4
Mé Oxidation 16.0 2460 246.0/1761 580 3.65e5 02 6.64e4
M7 Di-Oxidation 320 2620 262.0/180.1 6.00 9.15e6 49 1.45e6
M8 Methylation 140 2440 244.0/180.1 6.33 232e6 1.2 281e5
M9 Oxidation 16.0 2460 246.0/176.1 6.37 2.05e7 10.9 3.29%6
M10 Tri-Oxidation 480 2780 278.0/192.1 6.92 2.37e501 4.28e4
M11 Hydrogenation 20 2320 232.0/180.1 7.31 8.64e6 46 7.28e5
M12 Hydrogenation 20 2320 232.0/1821 7.31 4997 265 4.29e6
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