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compute dialogue (single)

W (MAIN] [M+H+ (415.21 m/2) 100.0%
B (MAIN] [M+Hl+ (41621 m/2) 1-th isotope Q 26.28%
I [MAIN] M+ Hl+ (417.22 m/2) 2:th isotope 4435%
Il MAIN] M+H}+ (418.22 m/z2) 3-th isotope 02754%
Il [CORRELATED] [M+H3N+H}+ (432.24 m/2) 0.000%

retention time (s)

[l (CORRELATED] [M+H3N+H]+ (433.24 m/z) 14h s,

Il [CORRELATED] [M+H3N+H]+ (434.24 m/z) 24h is..
Il (CORRELATED) [M+Nal+ (437.19 m/z)

I (CORRELATED] [M+Nal+ (438.20 m/2) 1-th isotope

Il [CORRELATED] [M+Nal+ (439.20 m/2) 2:h isotope
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SIRIUS - Molecular Formula Identification
@ General Possible Adducts [4]
Instrument  Q-TOF [M+HH
SIRIUS M+ K]
’ MS2 mass accuracy (ppm) 0 % {M . Nhl*
a)
Fix formula for detected lipid 4
pid [ Mk
[M+H3N + H}+
M- H20 +K}+
all none
compute dialogue (all)
SIRIUS - Molecular Formula Identification
@ General Fallback Adducts [5]
‘ ‘ instrument | Q-TOF M+ H}+
SIRIUS " M+K]
MS2 mass accuracy (ppm) 10 :M . Nhh
- B
H . inid 1
- Fix formula for detected lipid [ M+
0.000% e [ [M+H3N +H+
M- H20 +K}+
0.000%
G all none enforce
0.000%
0.000%
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LCMS runs Q Rank Molecular Formula  Adduct v Sirius Score  Isotope Score Tree Score  Explained Peaks
[M+H]+ Det. Adduct  [M+H}+ 1 C24H3006 M+H+ | 97954% 6560 21974
—_— 415.21 m/z Precursor 415211 Da mEgun '> 2 C25H26N402 M+ H}+ 1,735% [ES61 18939
— 11.22 min | |RT 11,22 min 3 C20H26N604  [M+H}+ 0311% 4380 [HEES:
— Confidence (A) 0.237 - 4 C23H25F3N4 M+ H}+ 0001% [INSESE 10708 [INEIs
©582605991340450690 Rank Molecular Formula Adduct v Sirius Score  Isotope Score Tree Score  Explained Peaks
[M+H3N+HT+ | |Det Adduct — [M+H3N + H]+ 1 c2aH3006 M+HIN+Hl  99003% 6392 55594 16122
feature 432.24 m/z Precursor 432,237 Da r— 2 C20H26N604 [M+H3N + H}+ 0,007% 0,000 52412 16/22
H . i  EEE N N
detection/ 11.22 min RT 11,22 min P>l 5 cosenaon M+H3N+HF o000 [INSEGEN WEGESe NG
l1 l alignment & Confidence (A) 0.257 - 4 C23H25F3NA [M+H3N+HF  0,000% 0,000 12190 D22
addu ct /i on ©582605991520806766 G Rank Molecular Formula Adduct v Sirius Score  Isotope Score Tree Score  Explained Peaks
+Na ]+
detection Lf+Na Lo LhLDY 1 C24n3006 M+Nak [ ozeis% | 6sw sz | 19
—— 437.19 m/z Precursor 437193 Da mssmuap| 2 C25H26N402 [M+Na+ 1665% [SHes MEi2o 0 19
11.22 min RT 11,22 min 3 C23H25F3N4 [M+Na}+ 0367% [ISEaE 0,234 0/9
o Confidence (A) 4 C20H26N604 [M+Na}+ 0,353% 4,382 Mo 1/9
l7l ©24H3006 relative intensity relative intensity
Q 4152114 Da G
-0.0931 mDa 00 10 0.0 10
0.0006 rel. int. _ e ‘ e
jcoH100
‘ 2611377 08
" 6101 mbe
0.0247 red. int.
C9H100
135.0805 Da
+0.0854 mDa
0.0069 rel. int. C8H1004 ‘
1470654 Da
1o 1752mb
0.0228rel. int.
& %O; &> D C9H100
C6HBO3 C5H602 CIHBO COHB C7HB0 C8H10
129.0546 Da 990442 Da 1330648 Da 117.0699 Da 109 0649 Da 107.0856 Da ‘
320588 ba 239068 oo 3 38 e 13583h5e %9508 de ot m
~ 0.0301 rel.int 0.0101 rel int. 0.0205 rel. it 0.0083 rel.int 0.0080 rel. int. 0.1706 rel. int. |
COHEO CoHB C8H10
133.0649 Da 117.0700 Da 107.0856 Da 20 o o o
+0.0880 mDa ‘ +0.0736 mDa W ‘ +0.0418 mDa }
0.0125 rel. int. 0.0115 rel. int. 0.0052 rel. int. e = T =
1110442 Da 81.0336 Da 105.0698 Da 910543 Da
401591 mDa ‘ +0.1006 mDa 0.0345 mDa ‘ 0595
00205 rel. int 0.0086 rel int. 0.0070 rel. mt. _ 00343 rel mt.
c2H2 ) o
!an?:;ODZ. ngﬂibl ‘
+0.0679 mDa +01239mbDa
s c7HE 0.0200 rel.int 00223 el. it ( C15H2005
91.0542 Da L 303.1203 Da
+0.0030 mDa +0.0059 mDa
| 0.0366 rel. int. 0.0081 rel. int
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ﬁ I:‘) SMARTS filter Type to search Q
° Bis-(3,4-dimethyldibenzylidenesorbitol)
Compound Classes view .
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LCMS  Formulas gerpr Structures Library Matches 1o
C24H3006 + H* (C25H26N402 + H* C20H26N604 + H* C23H25F3NA + H* Q
SIRIUS 97,954% SIRIUS 1,735% SIRIUS 0311% SIRIUS 0,001% 1
Main Classes. Sources
organic sompounds) * Berensits] > [Phenolehers) * (Aniscles [ps5Tox] [woRMAN) [Pubchem] [var
Description
™ lass Ansoles, whi : o 211,874
LCMS  Formulas  Predicted Fingerprints npoun Structures Library LC-MS  Formulas  Predicted Fingerprints ~ Compound Classes ~ Structures  De Novo Structures  Substructure Annotations  Library Matches
C24H3006 + HIN + H* C20H26N604 + H3N + H* C25H26N402 + HAN + H* C23H2SF3NA + HIN + HF 9 =~ . - @
SIRIUS 99.993% SRIUS 0007% SIRIUS 0,000% SRIUS 0,000% ﬁ (@) | SMARTS fitter ype to search
Bis-(3,4-dimethyldibenzylidenesorbitol)
D C24H3006 .
£ > (G > [Ganene wd b demvanves ™ 00D0O0c000-00000c00000000s0cc00d0]00000000000O@de0a. @
w0,
I::scnplm -
consisting of benzene. 1
Sources
fi
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