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Paret Intermediate Metabolite Duplicate  Probability Biatransfarmation  Biatransformation Mame Phase  Enzyme Farmula Rielative Maole Exact Male: Mass Differe Log P
"] 1 FROBABLE 73| Hydrorylation of T erminal Methpl Phase || CYP450 C25H32CING0 3 4B6.016| 48521537  15.93432 3.888
[#] 1o 2 PROBABLE 243 Dxidative N-Dealkylation Phase || CYP450 C10HT3CINZ 196.681| 196.07E73] -273.14772 2468
Q 120)3a M3 PROBABLE 243| Oxidative N-Dealkylation Phase | [CYP450 C15H19N304 309.334] 305.13756 -164.09689 2,332
[#] 160 ME PROBABLE 253) Owidative O-Dealkylation Phase | | CYP450 CEHED 94.113| 94.04186) -375.18259 1.475]
[r] 170l8a ME PROBABLE 263 Oxidative O0-Dealkylation Phase | | CYP450 C15H28CINGD 2, 393.5915| 39319315 -76.03130) 3137
[B] 1901104 M7 PROBABLE 263 Oxidative 0-Dealkylation Phase || CYP450 C15H2ECINGD 3 407.902| 407.17242] -B2.05203 13
] Nlo ME PLALSIBELE E7| Lactams from Aza-Alicyclic Compounds Phaze| |CYP450 C25H30CING0 3| 484| 483.20372)  13.97927 5.775]
Q N2 [ZE] PLAUSIELE 67 Lactams from Azarblicyclic Compounds Phase | [CYP450 C25H30CING03 484 483.20372)  13.97927 5.535]
7] M10 PLALISIBLE 78| Para Hydraxylation of Monosubstituted Benzene Compounds Phase | | CYP450 C25H32CIN503 486.016| 485.21937| 15.99492| 5.238]
[*] M1 PLAUSIELE 227| 4-Hydrowplation of 1.3-Disubstituted Benzenes Phase| |CvYP450 C25H320IN503 486.016| 485.21937)  15.99432 4.905]
f] W12 FLALISIBLE 227) 4-Hydrowlation of 1.3-Disubstituted Benzenes Phase | | CYP450 C25H32CING0 3 4B6.016| 48521537  15.93432 5,235
i1 k13 PROBABLE 23| Glucuronidation of Primary Aliphatic &lcohols Phase |l |LIGT C3TH40CINGO S BE2.14| EB1.26146) 132.02701 0177
1 3a 14 PROBABLE 241 Oxidation of Primary Alechols Phase | |ADH C28H30CING0 4 499.999| 49919963 23.97418 1.929
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Metabolites . EIC Co. |sotopic.. Fragme.. Formulas MS/M. FReferen.
Warnings Name RT Mass miz Relevance User Qual. Parent (uslfied Qualfied Qualified Qualified  Assigned  MS/MS  Assigned
; 4242 3752274 3762346 S O
2 4250 4231665 4241737 1 ]
3 4,356 4091887 4101959 D
4 3x Hydraxylation 5421 5172092 5182165 O
5 5627 3732119 3741192 |
5 5.E9E6 4231677 4241750 O
7 5,741 409,889 410,1962 O
8 5800 3071532 3081605 O
3 6348 4071734 4081807 ]
10 6432 4211516 422.1588 [l
19 6522 3211324 3221397 il
12 E557 2691428 2901501 0
13 24 Hydroylation 6582 5012150 5022223 O “
14 6583 4071727 4081739 IF]
15 ¢ Methylene to Ketone 7.245 4832059 2426102 O “
16 24 Hydromylation 7251 50,2154 5022226 0O
17 Dxidative D echlorination 7611 4512588 452 2661 "]
18 Demethylation and Hydroxylation 7E57 4712036 4722109 O
19 8.036 3051371 3061444 |
20 » {8131 2911590 FERRIE:E NF i
2 | 8347 3051376 3051448 & [ m |
2 Hydromplation 8,440 4852202 4862275 ]
23 8442 5072007 5082080 O
24 8447 3911769 1965957 O ]
25 Hydroxylation and Ketone Formation 8514 499,1996 500,2069 O
26 Ethyl to alcohol 8909 457,1889 458,1961 O
27 Hydroxplation 9145 485,2200 4862273 O
28 9146 5072002 5082075 O
29 4 Nefazodone 10,262 4692251 4702324
30 Mefazodone 10,330 469,2247 470,2320
7 Methylene to Ketone 10,408 4832040 4842113 | “
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Selected Formula (M) Cale. Mass A Mass [mDa]Max A Mass [ppm] Max  Score Max e
[= C15H21 N3 03 2911583 0.71 -245 975
lon Formula m'z lon Mass A Mass [mla]  AMass[ppm] DBE  Score
= f"f15H22N303 | 2921BB3! [M+H)+ = 291,1590 0,711 2450 70 875
Abund?%  CalcAbund%  m/iz Calcmdz A miz[ppm] & mdz[mDa)] Abund  Calc Abund
100.00 100,00 2921663 2321656 -2.45 -0.71 377906 369719
1563 17,65 2931630 2931686 -1,28 0,38 53085 B5332
155 208 2341717 2341710 2N 062 5251 7730 5
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B7
RERHE (Meteor) ¥ HMFEUFMERIRH M~ RREE
m/z BEFHEER HEE m/z Am/z[mDa] Am/z[ppm] EXHPHER FREAHLFR EREANRER
121.0647 CgHg0 121.0648 0.09 071 171.1009 CyHyaN,0, 1711008
126.0659 CoHgN,0 126.0662 031 246 166.0998 CyoHi40, 166.0994
140.0817 CGHmNSO 140.0818 0.16 1.15 152.0840 CQH1202 152.0837
152.0809 C,HyoN;0 152.0818 0.89 5.86 140.0847 Cghy,0, 140.0837
180.1129 CgHy,N;0 1801131 025 136 112.0528 CeHy0, 112.0524
198.1232 CgH15N302 198.1237 0.48 2.45 94.0424 CGHGO 94.0419
246.1240 C13H,50N,0, 246.1237 ~0.26 -1.06 46.0417 C,H,0 46.0419
2741544 Cy5HyoN,0, 274.1550 0.64 232 18.0113 H,0 18.0106
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