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Metabolite Information
Name  Hydroxylation BioXF Name Hydroxylation
Formula C21H31INSO3 Mass 401.243%
mjz 402.2511 Species {M+H)}+
RT 0.754 Sample Type MetaboliteSample
MFE Compound Search
Mass mfz Species RT Start Time  End Time
401.2439 402.2511 (M+H)+ 0.754 0.739 0.774
EIC Compound Search
Mass mfz Species RT Start Time  End Time
4012427 402.2500 {M+H)+ 0.755 0.739 0.774
Sample Comparison Results
Qualified Changed Resp. Ratio Corr. RT MNormalized Height
& New
Qualified Score Delta m/z
& 95,51 0.00
Mass Defect Filter Results
Qualified Delta Mass [mba]
=) -3.81
Formula Results
Assigned Neutral Formula Cale. Mass  Delta Mass [mDa]
401.2427 -117

=] C21H31NS03

Assigned Name Phasa
& Hydroxvlation 1 +0

Offset Formula

Delta Mass [mDA]
117

Volume Height
152448 187344
Area Area %
149323 100.00

Delta Mass [ppm]
-2.92

Delta Mass [ppm]

292

Calculation Base
MieCompoundMsSpectrum

Calc. Mass
401.2427

E3

RENHE 0.75 LN TERRZERRIFARBPRE . REVZBIEHTAREEHRBYEE

WHAZNEAES . EAEXTFHERX (He) | BEENRLRESS (B5) HEEHFAER

Metabolite Information
Name  Hydrowylation BioXF Name Hydrosylation
Formula C21H31MS03 Mass 401.243%
mjz 402.2511 RT 0.754
Formula Summary
Selected Score Formula Ion Formula Mass Calc. Mass - Mass [ppm]
TRUE 100.0 C2IH3LINSG3 C21H32M503 401.2439 401.2427 -2.92
Formula Details
Formula (M) Selected
C2IH31NSO3 TRUE
Species mfz
(M+H)+ 402.2511
Formula Results
Ioen Formula Score Mass - Mass [mbDa] + Mass [ppm] DBE
C21H32MN503 100.0 401.243% -1.17 -2.92 9
Isatopic Peak Information
Abund % Cale Abund®s mfz Cale m/z - mjz [ppm]
100.00 100.00 402.2511 402.2500 -2.91
21.83 25.02 403.2535 403.2529 -1.35
2.59 3.82 404.2562 404.2556 -1.70
4
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CIP (C21H32N503)

L &YERE (0.739-0.774)

402.2511
5
x10 i (M+H)

1.6
1.4
1.2

0.8
0.6
0.4
0.2

403.2541
(M+H)*

404.2567

R 405.2593
i

(M+H)*

4022  402.6

403

4034 4038 4042 404.6 405.4

Bzt [m/z]

405
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A) FiE 402.25 it SMIMIZRE F &iERE (EIC)

B) {REBHTiE 0.75 A TIEHEEZERHMREMLSWEIER (ECC)

C)REETE 0.75 HH T RAREENHYNENRERTS (BE%) NTHHERLRES (cIP, FiE)

&R, ERTEIC. ECC MBAMERS
(B 5). m/z Btk A 402.25 B EIC &R
TIZIRE AT B EREME 5 Mg, N
HERE T RERE R 0.75 H¥H—1ME
4 (B 5A ), fRERIE 0.75 S8 FRE
71 401.2439 KI1REX MFE (L &4 ECC,
51ic 4R (B 5B), Zt&MNENRE
NERSSETHFUHTENRLRRS
T&HE (B5C),

Name 2% Hydraxylation
Formula C21HI1NS04
mlz 418.2461

RT 0.716

Mass mlz

417 2388

Mass mlz

417.2376

Qualified Changed
New

Qualified Score
4150

ER—HEI P, TETHTHHEEE
RMRFA M HERN_ZERHY, #
MPERTT ZRERBYNERKES,
ZHSTF O 8%k, m/z A Asclgned Name
418.2461, l6¢ TRR TSIt EMNE -
MER (B

807
Formula Results

416.2461
EIC Compound Search

416.2445
Sample Comparison Results

Assigned  Neutral Formula
=) C2IHIINEOY
Biotransformation _Results

2% Hydrowxylation |

Metabolite _Information

BioXF Mame

MFE Compound Search

Mass

Species

Sample Type
Species RT
(M+H)+ 0.716
Species RT
(M+H)+ 0.713

Resp. Ratio Corr. RT

(=)
Isotopic_Pattern Matching Results

Delta m/fz
0.00

Mass Defect Filter Results
Qualified Delta Mass [mDa]

417.2376
Phase Offset Formula

+02

Cale. Masz  Delta Mass [mDa]
-1.20

2% Hydroxylation
417.2388
(M+H)+
MetabaliteaSampla

Start Time End Time Volume Height
0.700 0.726 3865 3869

Start Time End Time Area Area %
0.703 0.739 3483 100.00

Normalized Height

Delta Mass [ppm)] Calculation Base

-2.87 MfeCompoundMsSpectrum
Delta Mass [mDA] Delta Mass [ppm] Cale. Mass
1.20 287 417.2376
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RERWME S Mg, EETHREME
0.71 24— NES (B 7A), RERE
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Metabolite Information

Name  2x Hydroxylation
Formula CZIHI1MNS04
miz 418.2461 RT

Formula _Summary

Selected
TRLE

Score Formula
100.0 C2IHI1N504

Formula _Details

Formula (M) Selected
CZ1HITNSO4 TRUE
Species miz
[(M+H)+ 418.2461
Formula Results
lon Formula Score
CHHIZNS04 100.0
Isotopic Peak Information
Abund % Cale Abund%
100.00 100.00
2390 2508

BioXF Name 2x Hydrexylation
Mass

417.2388
0716
lon Formula Mass Calc. Mass A Mass [ppm]
CHHIINSC4 417 2388 4172376 -2.87
Mass A Mass [mDa] & Mass [ppm] DBE
4172388 -1.20 -287 9
miz Cale miz 4 miz [ppm]
418.2461 418.2449 -2.86
419.2488 419.2478 -2.35
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CIP (C21H32N504)

0.713 \
X103 E1C (418.2449) &L E (0.700-0.726)
3 x103  418.2461
A sl [ VH)* c
2 0774 '
1 0.591 . 12
. 2.8
005 015 025 035 045 055 065 075 085 095 1.05 2.4
SRERE[ 5] 2
x103ECC 0.716 1.6
419.2490
351 B 1.2 (M+H)*
25 08 4202516
1.5 04 (M+H)* ‘:ﬂfﬁ‘:ﬂ
0.5 0 .
005 015 025 035 045 055 065 075 085 095 1.05 4182 4186 419 4194 4198 420.2 4206 421 4214
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