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SUPPLEMENTAL INFORMATION DOC 2.Annotated compound confirmations. All annotation confirmation data composes of screen images from 1: ThermoFisher ― Excalibur “Freestyle”. In the top chromatogram is retention time (rt.). The spectrum beneath provides the m/z value and below that the chemical formula and mass error (Delta [ppm]). 2: The bottom field shows the mass spectral graphic in the online “MassBank” mass spectral library from which parent and fragment ion m/z abundance values have been derived and the chemical structure is also displayed. Compounds are ordered by ascending m/z value. Zooming in on each will reveal finer detail.    





147.044 / 7.6    Coumarin 















163.0389 / 3.16    4-Hydroxycoumarin 
















165.0546 / 6.05 p-coumaric acid














181.0495 / 3.16 Caffeic acid

















191.0556 /  8.24    Quinic acid 
















319.0446 /  9.03    Myricetin  
















325.0932 / 7.59   Bilobalidae















339.0721 /  7.85    Sinapoyl malate 















344.1338 / 7.61    N-Fructosyl Tyrosine    


353.0865 / 3.17    4-Methylumbelliferyl glucuronide 

355.1021 / 3.16   Chlorogenic acid
















355.1021 / 8.25 Caffeoylquinic acid















359.0752 /  6.04     Rosmarinic acid 















369.1177 /  7.59    3-Feruloylquinic acid         

















389.1246 / 9.78    3,4',5-Trihydroxystilbene-3-beta-D-glucoside (Resveratrol)
















449.0733 /  9.04     Myricetin-3-Xyloside 















515.12 /  8.37    1,5-Dicaffeoylquinic acid     














595.1444 / 1.87    Kaempferol-3-Glucoside-2''-p-coumaroyl
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'ACCESSION: MSBNK-Fiocruz-FI000033

RECORD_TITLE: Coumarin; LC-ESI-QTOF; MS2; [M+H]+; CE: 10eV/

DATE: 2016.01.19 (Created 2013.03.13)

'AUTHORS: Markus Kohlhoff, Natural Product Chemistry Lab (CPqRR/FIOCRUZ, Brazil)
LICENSE: CC BY-NC

COPYRIGHT: (c) Research Center Rene Rachou (FIOCRUZ, Brazil)

‘COMMENT: [Raw Data] CB013_Coumarin_pos_10eV_CB000008.txt

CH$NAME: Coumarin
CH$COMPOUND_CLASS: Natural Product; Phenylpropanoid
CH$FORMULA: CoHgO
CHSEXACT_MASS: 146.03678
CHS$SMILES: 0=C(C=1)Oc(c2)c(cee2)CL
CHSIUPAC: InChi=1S/C9H602/c10-9-6-5-7-3-1-2-4-8(7) 11-9/h1-6H
CHSLINK: CAS 91-64-5
CHSLINK: CHEBI 28794
CHSLINK: KEGG C05851
HEL INK: KNAPSACK COOOODAED





image3.tmp
Workspace Options

EQC

Workspace Processing

Display Options _ Zoom Options

B 1 B2 I

Text and Graphic Annotation

H kY@

o

QC_4-Thermo Scientifc FreeStyle

Tood | [sovere | gy |[ ool

Jove as Defaults|

<

New Gt vomatogram Ve DsmAnayic Lyous Bpors Ao Scn Repors  Defalt
Workipace  Seduence g Viewe Viewe T PO B B0 e N optens
Grste Workspace Loyouts_Bpors __Fiter__Report_ Configuraton
nfo Bar | [Workspace 8:0c4
isotops I Peak o] [ B [Trace 1]/scan ||| ~Chromategram 1 a4
Hlemental Compositon = ||rT 296337 sm: 76
N o0t
o schanced parameters 314 36
iss: = 3297 2w 301 303 304 306 3.09 22 2 s 3w 325 37 2 sl
O Mass ® pick Peak O pick Scan 528 231 230
Mas:  [11703364300825785 &
0 o Nesiaer
rediction Settings 1005 e a0
preciction Settng: e Teaossus £
Mass Toerance 3 usao s
- 50
M. # Candicates 03 3
< E 298
charge B o o Nsiags
E—— e i 1040577
ragmens Matching 3 Teacsus £
use Fragments Matchin 3 [
9 9 .
Mass Toerance
300
MsMs scan No S e e B e S S e FE e vt BTECH S
29 2% 300 302 304 306 308 310 312 314 316 318 320 32 324 326 328 33 332 34 33
ustom Perioic Table Time (i)
Use Custom Periodic Table [ |Custom Table| <
eements in se Spectum 1 1029-QC4-C1T3
TR | e o
ooy G |7 s < Esi Full ms 60.0000-900.0000]
EeEmmo: s o
paw o . ||B aH70s
gEEm e (|5
2
Remove | [__Ada ] <
[ ] 3 @ 163.0601 oD FRED
S imuisted Spectrum ]
s D1 O i I s 00 i T 050 i 080 R T e T
Profe Resolution 56707 ;
w3 s ks ds | 87 158 w160 11 2 W des 185 w6 der | s e | afo | i1 T2 73
mz

Chromatogram Ranges - Chromatogram 1

Elemental Composition Results - Spectrum 1

Display Formula

> 162039 Coti703

4702 650

163.03897

Combined Score

9306

#Matched so.

9562





image4.tmp
~ [ MassBank | Database | Quick S X [ 4-Hydroxycoumarin Mass Spec X Amp Human Metabolome Database: X | + — [} X

@0 o0

al

& 5 C = massbankeu/MassBank/RecordDisplay?id=MSBNK-Athens_Univ-AU231206&dsn=Athens_Univ Q

pps [ PausStuff [ Massey St [ Claes Suff

wWlMassBank Search  Contents  Download = Accession - More ¥

4-Hydroxycoumarin; LC-ESI-QTOF; MS2; CE: Ramp 16.7-25.0 eV; R=35000; [M+H]+
Mass Spectrum Chemical Structure

1000 lo) 0

800.0
600.0

400.0
=

200.0

Abundance

0.000

60.00 80.00 100.0 120.0 140.0 160.0

miz OH

metabolomics-usi visualisation

ACCESSION: MSBNK-Athens_Univ-AU231206
RECORD_TITLE: 4-Hydroxycoumarin; LC-ESI-QTOF; MS2; CE: Ramp 16.7-25.0 eV; R=35000; [M+H]+
DATE: 2019.04.08

AUTHORS: Nikiforos Alygizakis, Katerina Galani, Nikolaos Thomaidis, University of Athens

LICENSE: CCBY.

COPYRIGHT: Copyright (C) 2019 Department of Chemistry, University of Athens

CCOMMENT: CONFIDENCE standard compound

COMMENT: INTERNAL_ID 2312

CH$NAME: 4-Hydroxycoumarin
CH$NAME: 4-hydroxychromen-2-one
CH$COMPOUND_CLASS: N/A; Environmental Standard
CH$FORMULA: CoHsO3

CHSEXACT_MASS: 162.0316941

CHS$SMILES: 0C1=CC(=0)0C2=CC=CC=C12
CHAIUPAC: InChl=1S/COHEOUc10-7-5-9(1 1117
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ACCESSION: MSBNK-RIKEN-PR100261
RECORD_TITLE: 4-Coumaric acid; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M+H]+

DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AAUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: 4-Coumaric acid

CH$NAME: p-Coumaric acid

CH$NAME: trans-4-hydroxycinnamic acid

CH$COMPOUND_CLASS: Carboxylic acids

CH$FORMULA: CoHgO3

CHS$EXACT_MASS: 164.04734

CHSSMILES: OC(=0)C=Cc(c1)ccc(O)cl v
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ACCESSION: MSBNK-RIKEN-PR100261
RECORD_TITLE: 4-Coumaric acid; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M+H]+

DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AAUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: 4-Coumaric acid
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CH$NAME: trans-4-hydroxycinnamic acid

CH$COMPOUND_CLASS: Carboxylic acids

CH$FORMULA: CoHgO3

CHS$EXACT_MASS: 164.04734
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'ACCESSION: MSBNK-RIKEN-PR040213

RECORD_TITLE: Caffeic acid; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M+H]+
DATE: 2016.01.19 (Created 2008.03.03, modified 2011.05.06)

AUTHORS: Matsuda F, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CH$NAME: 3,4-dihydroxycinnamic acid

CH$NAME: Caffeic acid

CH$NAME: (E)-3-(3.4-dihydroxyphenyl)prop-2-enoic acid

CH$COMPOUND_CLASS: Natural Product

CH$FORMULA: CoHsO,

CHS$EXACT_MASS: 180.04226

CHS$SMILES: C1=CC(=C(C=C1/C=C/C(=0)0)0)0
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'ACCESSION: MSBNK-RIKEN-PR040213

RECORD_TITLE: Caffeic acid; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M+H]+
DATE: 2016.01.19 (Created 2008.03.03, modified 2011.05.06)

AUTHORS: Matsuda F, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CH$NAME: 3,4-dihydroxycinnamic acid

CH$NAME: Caffeic acid

CH$NAME: (E)-3-(3.4-dihydroxyphenyl)prop-2-enoic acid

CH$COMPOUND_CLASS: Natural Product

CH$FORMULA: CoHsO,

CHS$EXACT_MASS: 180.04226

CHS$SMILES: C1=CC(=C(C=C1/C=C/C(=0)0)0)0

CHSIUPAC: InChl=1S/COHB04/c10-7-3-1-6(5-8(7)11)2-4-9(12)13/h1-5.10-11H.(H.12.13)/b4-2+ d





image9.tmp
Workspace Options

EQC

Workspace Processing

Display Options

Bu [

Zoom Options

h

Text and Graphic Annotation

H kY@

o

QC_4(NEG)-Thermo Scientifc FreeStyle

o= e o P e | | | e e || o
S ereTS

sotop |l Peak ][ MSn B [Trace1][Scan F ||| ~Chromatogram 1 Qc_4(NEG)

Elemental Composition | |r7-e43 837

Mass Y QC_4(NEG)

) Mass @ Pick Peak () Pick Scan P 824 825

Mass | 170.08509853515625 816 818 820 834 8.35

0- o7 L 24487

Prediction Settings 100; o vsgewe

Mass Tolerance S QC_4NEG)

Max. # Candidates 103 £l

Charge o 0- T T T T T T T T T T T T T T T T T T T T T T T T

Use Fragments Matching <

MSMS Scan No o QC_4(NEG) #2495 RT. 8.24 AV. 1 NL: 243E7

| T: FTMS - p ESI Full ms [60.0000-900.0000]
Use Custom Periodic Table [ ] |Custom Table| § 100- C7H10s
Hements nUse 3
H o wagsss | oo i 1020501 R A e A aEE || ameEn e
160 159949 o 15 0- T T T T T T T T T — T T T T
[ Profile Resolution 60207 Elemental Composition Results - Spectrum 1
= i





image10.tmp
metabolomics-usi visualisation

~ | MassBank | Database | Quick S- X [ D-(-)-Quinic acid Mass Spectr. X @ Human Metabolome Database: X | + [}
« > C massbank.eu/MassBank/RecordDisplay?id=MSBNK-RIKEN-PR100727&dsn=RIKEN Q ¥ T Q@ O oo
Apps [ PaulsStuff [ Massey Stuff [ Clires Stuff
D-(-)-Quinic acid; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]-
Mass Spectrum Chemical Structure
1000 OH
800.0 OH
3 1,
g 2
5 600.0 g oy,
3
é 400.0
< 2000 (6}
0.0004 1 , HO
80.00 100.0 120.0 140.0 160.0 180.0 200.0
m/z OH

ACCESSION: MSBNK-RIKEN-PR100727
RECORD_TITLE: D-(-)-Quinic acid; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]-

DATE: 2016.01.19 (Created 2010.06.21, modified 2011.05.06)

AAUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/ST.

CH$NAME: D-(-)-Quinic acid

CH$NAME: Quinate

CH$NAME: Kinic acid

CH$NAME: Chinic acid

CH$NAME: (1R.3R 4R 5R)-(-)-Quinic acid

CH$NAME: 1,3,4,5-Tetrahydroxycyclohexanecarboxylic acid
CH$NAME: hexahydro-1,3.4,5-tetrahydroxybenzoic acid
CH$COMPOUND_CLASS: Carboxylic acids

CH$FORMULA: C7H1,06

CHS$EXACT_MASS: 192.06339

CHSSMILES: OC(=0)[C@@](0) (CL)C[C@@H](0)[C@@H](0)[C@H](0)1
CHSIUPAC: InChi=1S/C7H1206/c8-3-1-7(13,6(11)12)2-4(9)5(3) 10/h3-5,8-10,13H,1-2H2,(H.11,12)t3-4-5-7+/m1/s1
CHSLINK: CAS 77-95-2
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ACCESSION: MSBNK-RIKEN-PR100727
RECORD_TITLE: D-(-)-Quinic acid; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]-

DATE: 2016.01.19 (Created 2010.06.21, modified 2011.05.06)

AAUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/ST.

CH$NAME: D-(-)-Quinic acid

CH$NAME: Quinate

CH$NAME: Kinic acid

CH$NAME: Chinic acid

CH$NAME: (1R.3R 4R 5R)-(-)-Quinic acid

CH$NAME: 1,3,4,5-Tetrahydroxycyclohexanecarboxylic acid
CH$NAME: hexahydro-1,3.4,5-tetrahydroxybenzoic acid
CH$COMPOUND_CLASS: Carboxylic acids

CH$FORMULA: C7H1,06

CHS$EXACT_MASS: 192.06339

CHSSMILES: OC(=0)[C@@](0) (CL)C[C@@H](0)[C@@H](0)[C@H](0)1
CHSIUPAC: InChi=1S/C7H1206/c8-3-1-7(13,6(11)12)2-4(9)5(3) 10/h3-5,8-10,13H,1-2H2,(H.11,12)t3-4-5-7+/m1/s1
CHSLINK: CAS 77-95-2
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ACCESSION: MSBNK-RIKEN-PR302030

RECORD_TITLE: Myricetin; LC-ESI-QTOF; MS2

DATE: 2019.03.28

AUTHORS: Tetsuya Mori, Center for Sustainable Resource Science, RIKEN

LICENSE: CC BY-NC-SA

PUBLICATION: Tsugawa H., Nakabayashi R., Mori T., Yamada Y., Takahashi M., Rai A., Sugiyama R., Yamamoto H., Nakaya T., Yamazaki M., Kooke R., Bac-Molenaar JA.,
Oztolan-Erol N., Keurentjes JJB., Arita M., Saito K. (2019) "A cheminformatics approach to characterize metabolomes in stable-isotope-labeled organisms" Nature Methods
16(4):295-298. [doi:10.1038/541592-019-0358-2]

‘COMMENT: registered in RIKEN PlaSMA

CHSNAME: Myricetin

CH$COMPOUND_CLASS: Flavonols

CH$FORMULA: CysH100s

CHSEXACT_MASS: 318.237

CHS$SMILES: 0C1=CC(0)=C2C(OC(=C(0)C2=0)C2=CC(0)=C(0)C(0)=C2)=C1

CHSIUPAC: InChi=1S/C15H1008/c16-6-3-7(17)11-10(4-6)23-15(14(22) 13(11)21)5-1-8(18)12(20)9(19)2-5/h1-4,16-20,22H
CHSLINK: INCHIKEY IKMDFBPHZNJCSN-UHFFFAQYSA-N

ACSINSTRUMENT: LC, Waters Acquity UPLC System; MS, Waters Xevo G2 Q-Tof
ACSINSTRUMENT_TYPE: LC-ESI-QTOF

ACSMASS_SPECTROMETRY: MS_TYPE MS2

ACSMASS_SPECTROMETRY: ION_MODE POSITIVE

ACSMASS_SPECTROMETRY: COLLISION_ENERGY 6V
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ACCESSION: MSBNK-RIKEN-PR302030

RECORD_TITLE: Myricetin; LC-ESI-QTOF; MS2

DATE: 2019.03.28

AUTHORS: Tetsuya Mori, Center for Sustainable Resource Science, RIKEN

LICENSE: CC BY-NC-SA

PUBLICATION: Tsugawa H., Nakabayashi R., Mori T., Yamada Y., Takahashi M., Rai A., Sugiyama R., Yamamoto H., Nakaya T., Yamazaki M., Kooke R., Bac-Molenaar JA.,
Oztolan-Erol N., Keurentjes JJB., Arita M., Saito K. (2019) "A cheminformatics approach to characterize metabolomes in stable-isotope-labeled organisms" Nature Methods
16(4):295-298. [doi:10.1038/541592-019-0358-2]

‘COMMENT: registered in RIKEN PlaSMA

CHSNAME: Myricetin

CH$COMPOUND_CLASS: Flavonols

CH$FORMULA: CysH100s

CHSEXACT_MASS: 318.237

CHS$SMILES: 0C1=CC(0)=C2C(OC(=C(0)C2=0)C2=CC(0)=C(0)C(0)=C2)=C1

CHSIUPAC: InChi=1S/C15H1008/c16-6-3-7(17)11-10(4-6)23-15(14(22) 13(11)21)5-1-8(18)12(20)9(19)2-5/h1-4,16-20,22H
CHSLINK: INCHIKEY IKMDFBPHZNJCSN-UHFFFAQYSA-N

ACSINSTRUMENT: LC, Waters Acquity UPLC System; MS, Waters Xevo G2 Q-Tof
ACSINSTRUMENT_TYPE: LC-ESI-QTOF

ACSMASS_SPECTROMETRY: MS_TYPE MS2

ACSMASS_SPECTROMETRY: ION_MODE POSITIVE

ACSMASS_SPECTROMETRY: COLLISION_ENERGY 6V
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'ACCESSION: MSBNK-Washington_State_Univ-BML00546

RECORD_TITLE: (-)-Bilobalide; LC-ESI-QTOF; MS2; CE 10 ev; [M-H]-

DATE: 2016.01.19 (Created 2012.10.26)

AUTHORS: Cuthbertson DJ, Johnson SR, Lange BM, Institute of Biological Chemistry, Washington State University
LICENSE: CC BY-SA

'COMMENT: relative retention time with respect to 9-anthracene Carboxylic Acid is 0.470

CH$NAME: (-)-Bilobalide

CH$COMPOUND_CLASS: N/A

CH$FORMULA: CysH¢0s

CHS$EXACT_MASS: 326.100168

CHSSMILES: CC(C)(C)C1(CC2C3(C14C(C(=0)0C40C3=0)0)CC(=0)02)0

CHSIUPAC: InChi=1S/C15H1808/c1-12(2.3)14(20)4-6-13(5-7(16)21-6)10(19)23-11-15(13,14)8(17)9(18)22-11/h6,8,11,17,20H,4-5H2,1-3H3

CHSLINK: CAS 33570-04-6 v
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'ACCESSION: MSBNK-Washington_State_Univ-BML00546

RECORD_TITLE: (-)-Bilobalide; LC-ESI-QTOF; MS2; CE 10 ev; [M-H]-

DATE: 2016.01.19 (Created 2012.10.26)

AUTHORS: Cuthbertson DJ, Johnson SR, Lange BM, Institute of Biological Chemistry, Washington State University
LICENSE: CC BY-SA

'COMMENT: relative retention time with respect to 9-anthracene Carboxylic Acid is 0.470

CH$NAME: (-)-Bilobalide

CH$COMPOUND_CLASS: N/A

CH$FORMULA: CysH¢0s

CHS$EXACT_MASS: 326.100168

CHSSMILES: CC(C)(C)C1(CC2C3(C14C(C(=0)0C40C3=0)0)CC(=0)02)0

CHSIUPAC: InChi=1S/C15H1808/c1-12(2.3)14(20)4-6-13(5-7(16)21-6)10(19)23-11-15(13,14)8(17)9(18)22-11/h6,8,11,17,20H,4-5H2,1-3H3

CHSLINK: CAS 33570-04-6 v
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ACCESSION: MSBNK-RIKEN-PR101003
RECORD_TITLE: Sinapoy! malate; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V: [M-H]-

DATE: 2016.01.19 (Created 2010.06.21, modified 2012.05.21)

AAUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/ST.

CH$NAME: Sinapoyl malate
CH$NAME: Sinapoyl-(S)-malate

CH$NAME: 2-O-sinapoylmalate

CH$COMPOUND_CLASS: Carboxylic ester

CH$FORMULA: C15H1605

CHS$EXACT_MASS: 340.07943

CHS$SMILES: OC(=0)CC(C(0)=0)OC(=0)C=Cc(c1)cc(OC)c(0)c(0C) 1
CHSIUPAC: InChi=1S/C15H1609/c1-22-9-5-8(6-10(23-2) 14(9) 19)3-4-13(18)24-11(15(20)21)7-12(16) 17/h3-6,11, 19H,7H2,1-2H3,(H,16,17)(H,20,21)/b4-3+/t11-/m0/s1
CHSLINK: CAS 92344-58-6

CHSLINK: CHEMSPIDER 10128116

CHSLINK: KEGG C02887

CHSLINK: PUBCHEM CID:11953815

CHSLINK: INCHIKEY DUDGAPSRYCQPBG-UFFNRZRYSA-N
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ACCESSION: MSBNK-RIKEN-PR101003
RECORD_TITLE: Sinapoy! malate; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V: [M-H]-

DATE: 2016.01.19 (Created 2010.06.21, modified 2012.05.21)

AAUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/ST.

CH$NAME: Sinapoyl malate
CH$NAME: Sinapoyl-(S)-malate

CH$NAME: 2-O-sinapoylmalate

CH$COMPOUND_CLASS: Carboxylic ester

CH$FORMULA: C15H1605

CHS$EXACT_MASS: 340.07943

CHS$SMILES: OC(=0)CC(C(0)=0)OC(=0)C=Cc(c1)cc(OC)c(0)c(0C) 1
CHSIUPAC: InChi=1S/C15H1609/c1-22-9-5-8(6-10(23-2) 14(9) 19)3-4-13(18)24-11(15(20)21)7-12(16) 17/h3-6,11, 19H,7H2,1-2H3,(H,16,17)(H,20,21)/b4-3+/t11-/m0/s1
CHSLINK: CAS 92344-58-6

CHSLINK: CHEMSPIDER 10128116

CHSLINK: KEGG C02887

CHSLINK: PUBCHEM CID:11953815

CHSLINK: INCHIKEY DUDGAPSRYCQPBG-UFFNRZRYSA-N
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ACCESSION: MSBNK-RIKEN-PR310827

RECORD_TITLE: N-Fructosyl tyrosine; LC-ESI-QTOF; MS2

DATE: 2019.03.28

AUTHORS: Tetsuya Mori, Center for Sustainable Resource Science, RIKEN

LICENSE: CC BY-NC-SA

PUBLICATION: Tsugawa H., Nakabayashi R., Mori T., Yamada Y., Takahashi M., Rai A., Sugiyama R., Yamamoto H., Nakaya T., Yamazaki M., Kooke R., Bac-Molenaar
JA., Oztolan-Erol N., Keurentjes JJB., Arita M., Saito K. (2019) "A cheminformatics approach to characterize metabolomes in stable-isotope-labeled organisms" Nature
Methods 16(4):295-298. [doi:10.1038/s41592-019-0358-2]

'COMMENT: Annotation level-3

CH$NAME: N-Fructosyl tyrosine

CH$COMPOUND_CLASS: N-Fructosy! amino acids

CH$FORMULA: Cy5Hz:NOg

CHSEXACT_MASS: 343.332

CHSSMILES: 0=C(0)C(NCC1(0)(OC(CO)C(0)C1(0)))CC2=CC=C(0)C=C2

CHSIUPAC: InChi=1S/C15H21NO8/c17-6-11-12(19)13(20)15(23,24-11)7-16-10(14(21)22)5-8-1-3-9(18)4-2-8/h1-4,10-13,16-20,23H,5-7H2,(H.21.22)
CHSLINK: INCHIKEY QLJKHQIODOKMNW-UHFFFAQYSA-N

ACSINSTRUMENT: LC, Waters Acquity UPLC System; MS, Waters Xevo G2 Q-Tof
ACSINSTRUMENT_TYPE: LC-ESI-QTOF

ACSMASS_SPECTROMETRY: MS_TYPE MS2
ACSMASS_SPECTROMETRY: ION_MODE POSITIVE
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ACCESSION: MSBNK-RIKEN-PR310827

RECORD_TITLE: N-Fructosyl tyrosine; LC-ESI-QTOF; MS2

DATE: 2019.03.28

AUTHORS: Tetsuya Mori, Center for Sustainable Resource Science, RIKEN

LICENSE: CC BY-NC-SA

PUBLICATION: Tsugawa H., Nakabayashi R., Mori T., Yamada Y., Takahashi M., Rai A., Sugiyama R., Yamamoto H., Nakaya T., Yamazaki M., Kooke R., Bac-Molenaar
JA., Oztolan-Erol N., Keurentjes JJB., Arita M., Saito K. (2019) "A cheminformatics approach to characterize metabolomes in stable-isotope-labeled organisms" Nature
Methods 16(4):295-298. [doi:10.1038/s41592-019-0358-2]

'COMMENT: Annotation level-3

CH$NAME: N-Fructosyl tyrosine

CH$COMPOUND_CLASS: N-Fructosy! amino acids

CH$FORMULA: Cy5Hz:NOg

CHSEXACT_MASS: 343.332

CHSSMILES: 0=C(0)C(NCC1(0)(OC(CO)C(0)C1(0)))CC2=CC=C(0)C=C2

CHSIUPAC: InChi=1S/C15H21NO8/c17-6-11-12(19)13(20)15(23,24-11)7-16-10(14(21)22)5-8-1-3-9(18)4-2-8/h1-4,10-13,16-20,23H,5-7H2,(H.21.22)
CHSLINK: INCHIKEY QLJKHQIODOKMNW-UHFFFAQYSA-N

ACSINSTRUMENT: LC, Waters Acquity UPLC System; MS, Waters Xevo G2 Q-Tof
ACSINSTRUMENT_TYPE: LC-ESI-QTOF

ACSMASS_SPECTROMETRY: MS_TYPE MS2
ACSMASS_SPECTROMETRY: ION_MODE POSITIVE
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ACCESSION: MSBNK-Washington_State_Univ-BMLO0957

RECORD_TITLE: 4-Methylumbelliferyl glucuronide; LC-ESI-QTOF; MS2; CE 10 ev; [M+H]+

DATE: 2016.01.19 (Created 2012.10.26)

AUTHORS: Cuthbertson D), Johnson SR, Lange BM, Institute of Biological Chemistry, Washington State University
LICENSE: CC BY-SA

'COMMENT: relative retention time with respect to 9-anthracene Carboxylic Acid is 0.488

CH$NAME: 4-Methylumbelliferyl glucuronide

CH$COMPOUND_CLASS: N/A

CH$FORMULA: C16H1605

CHS$EXACT_MASS: 352079432

CHS$SMILES: CC1=CC(=0)0C2=C1C=CC(=C2)0[C@H]3[C@@H](IC@H)([C@@H]([C@H](03)C(=0)0)0)0)0

CHSIUPAC: InChi=1S/C16H1609/c1-6-4-10(17)24-9-5-7(2-3-8(6)9)23- 16-13(20) 11(18) 12(19) 14(25-16) 15(21)22/h2-5,11-14,16,18-
20H,1H3,(H.21,22)/t11-12-,13+,14- 16+/m0/s1

CHSLINK: CAS 6160-80-1

CHSLINK: CHEMSPIDER 82667

CHSLINK: PUBCHEM CID:91553

CHSLINK: COMPTOX DTXSID10891502

ACSINSTRUMENT: Agilent 1200 RRLC; Agilent 6520 QTOF
ACSINSTRUMENT TYPE: LC-ESI-OTOF
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ACCESSION: MSBNK-Washington_State_Univ-BMLO0957

RECORD_TITLE: 4-Methylumbelliferyl glucuronide; LC-ESI-QTOF; MS2; CE 10 ev; [M+H]+

DATE: 2016.01.19 (Created 2012.10.26)

AUTHORS: Cuthbertson D), Johnson SR, Lange BM, Institute of Biological Chemistry, Washington State University
LICENSE: CC BY-SA

'COMMENT: relative retention time with respect to 9-anthracene Carboxylic Acid is 0.488

CH$NAME: 4-Methylumbelliferyl glucuronide

CH$COMPOUND_CLASS: N/A

CH$FORMULA: C16H1605

CHS$EXACT_MASS: 352079432

CHS$SMILES: CC1=CC(=0)0C2=C1C=CC(=C2)0[C@H]3[C@@H](IC@H)([C@@H]([C@H](03)C(=0)0)0)0)0

CHSIUPAC: InChi=1S/C16H1609/c1-6-4-10(17)24-9-5-7(2-3-8(6)9)23- 16-13(20) 11(18) 12(19) 14(25-16) 15(21)22/h2-5,11-14,16,18-
20H,1H3,(H.21,22)/t11-12-,13+,14- 16+/m0/s1

CHSLINK: CAS 6160-80-1

CHSLINK: CHEMSPIDER 82667

CHSLINK: PUBCHEM CID:91553

CHSLINK: COMPTOX DTXSID10891502

ACSINSTRUMENT: Agilent 1200 RRLC; Agilent 6520 QTOF
ACSINSTRUMENT TYPE: LC-ESI-OTOF
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'ACCESSION: MSBNK-RIKEN-PR310745

RECORD_TITLE: Caffeoyl quinic acid; LC-ESI-QTOF; MS2

DATE: 2019.03.28

'AUTHORS: Tetsuya Mori, Center for Sustainable Resource Science, RIKEN

LICENSE: CC BY-NC-SA

PUBLICATION: Tsugawa H., Nakabayashi R., Mori T., Yamada Y., Takahashi M., Rai A., Sugiyama R., Yamamoto H., Nakaya T., Yamazaki M., Kooke R., Bac-Molenaar JA., Oztolan-Erol
N., Keurentjes JJB., Arita M., Saito K. (2019) "A cheminformatics approach to characterize metabolomes in stable-isotope-labeled organisms" Nature Methods 16(4):295-298.
[doi:10.1038/541592-019-0358-2]

'COMMENT: Annotation level-2

CH$NAME: Caffeoy! quinic acid

CH$COMPOUND_CLASS: Quinic acid and derivatives

CH$FORMULA: Cy6H1605

CHSEXACT_MASS: 354.311

CHS$SMILES: 0=C(OC1CC(0)(C(=0)0)CC(0)CL(0))C=CC=2C=CC(0)=C(0)C=2

CHSIUPAC: InChi=1S/C16H1809/c17-9-3-1-8(5-10(9) 18)2-4-13(20)25-12-7-16(24,15(22)23)6-11(19) 14(12)21/h1-5,11-12,14,17-19,21.24H,6-7H2,(H.22.23)
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'ACCESSION: MSBNK-RIKEN-PR310745

RECORD_TITLE: Caffeoyl quinic acid; LC-ESI-QTOF; MS2

DATE: 2019.03.28

'AUTHORS: Tetsuya Mori, Center for Sustainable Resource Science, RIKEN

LICENSE: CC BY-NC-SA

PUBLICATION: Tsugawa H., Nakabayashi R., Mori T., Yamada Y., Takahashi M., Rai A., Sugiyama R., Yamamoto H., Nakaya T., Yamazaki M., Kooke R., Bac-Molenaar JA., Oztolan-Erol
N., Keurentjes JJB., Arita M., Saito K. (2019) "A cheminformatics approach to characterize metabolomes in stable-isotope-labeled organisms" Nature Methods 16(4):295-298.
[doi:10.1038/541592-019-0358-2]

'COMMENT: Annotation level-2

CH$NAME: Caffeoy! quinic acid

CH$COMPOUND_CLASS: Quinic acid and derivatives

CH$FORMULA: Cy6H1605

CHSEXACT_MASS: 354.311

CHS$SMILES: 0=C(OC1CC(0)(C(=0)0)CC(0)CL(0))C=CC=2C=CC(0)=C(0)C=2

CHSIUPAC: InChi=1S/C16H1809/c17-9-3-1-8(5-10(9) 18)2-4-13(20)25-12-7-16(24,15(22)23)6-11(19) 14(12)21/h1-5,11-12,14,17-19,21.24H,6-7H2,(H.22.23)
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'ACCESSION: MSBNK-IPB_Halle-PB005541

RECORD_TITLE: Chlorogenic Acid; LC-ESI-QTOF; MS2; CE:10 eV; [M+H]+
DATE: 2016.01.19 (Created 2009.02.11, modified 2013.06.04)
AUTHORS: Heinz T, Institute of Plant Biochemistry, Halle, Germany
LICENSE: CC BY-SA

COMMENT: IPB_RECORD: 1901

'COMMENT: CONFIDENCE confident structure

CH$NAME: Chlorogenic Acid
CH$NAME: (15,3R 4R 5R)-3-[(E)-3-(3.4-dihydroxyphenyl)prop-2-enoylJoxy-1,4,5-trihydroxycyclohexane- 1-carboxylic acid
CH$COMPOUND_CLASS: Natural Product; Cinnamates

CH$FORMULA: C16H1605

CHS$EXACT_MASS: 354.09508

CHSSMILES: C1[C@HIIC@HIC@@HICIC@@]1(C(=0)0)0)0C(=0)/C=C/C2=

"C(=C(C=C2)0)0)0)O v
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'ACCESSION: MSBNK-IPB_Halle-PB005541

RECORD_TITLE: Chlorogenic Acid; LC-ESI-QTOF; MS2; CE:10 eV; [M+H]+
DATE: 2016.01.19 (Created 2009.02.11, modified 2013.06.04)
AUTHORS: Heinz T, Institute of Plant Biochemistry, Halle, Germany
LICENSE: CC BY-SA

COMMENT: IPB_RECORD: 1901

'COMMENT: CONFIDENCE confident structure

CH$NAME: Chlorogenic Acid
CH$NAME: (15,3R 4R 5R)-3-[(E)-3-(3.4-dihydroxyphenyl)prop-2-enoylJoxy-1,4,5-trihydroxycyclohexane- 1-carboxylic acid
CH$COMPOUND_CLASS: Natural Product; Cinnamates

CH$FORMULA: C16H1605

CHS$EXACT_MASS: 354.09508

CHSSMILES: C1[C@HIIC@HIC@@HICIC@@]1(C(=0)0)0)0C(=0)/C=C/C2=

"C(=C(C=C2)0)0)0)O v





image48.png
Workspace Options

EQC

Workspace Processing

Display Options  Zoom Options __Text and Graphic Annotation

Bu /B b Ol Y@

UVTHBIo C18pos QC_3-Thermo Scientifc FreeStyle

o

New  Cremte Chromatogram  Spectrum Map  Data Anaytics haynms Bports Auto  San Reports  Defaut
Worispsce  Seauence B & View- - View- 7T Fier s o Optows
Creste Workspace Lyous Bpors  fiter  Repor Confguration
Info Bar WorkSpace T: UVTHBio Cl8pos OC 3
isotop: [l Peak ol Mn B Trace 1][5can F | ~Chromatogram 1 UVTHBIo C13pos QC_3
v NL2otEr
Elemental Composition 00 525 e e
[Show advanced parameter] E| EXTCBET
e = = UV THBio G1gpos 0c_3
O Mass @ PickPeak O Pick Scan IE!
res NeozEs
Mass [339.06900024414063 iz 1310841
Terostaus Fius
UVTHBio Cspos 0_3
Predicton Settings
NL72Es
Mass Tolerance 825 = 1040077
= Toscssaus Fivs
Max # Candidates 03 e
Charge EE 816
N 1o7Es
Fragments Matching 825 e
Use Fragmens Matching 1es0457 S Finis
UV THBio G1epos 0c_3
Mass Tolerance 500 |[pom ~
MSMS Scan No o N a1sEs
625 - 1050087
Custom Perodic Tsble Tes0tsaus Fis
Use Custom Periodic Table [ |Custom Table| 50 IEDEEERS
g L S P T YV T ™ L Ry
Lo L Lua |
140031 0 10 ||~Spectrum 1 953 - UVTHBio Cépos QC3 - CTT6
15040 0 15 ||UVTHBIo Clépos OC 3493 RT 3 12AV: 1NL 324E6
o0 o 3o ||TFTMS = pESIFull ms [50.0000-500.0000]
107 0w ez,
el | 0
431001 51549 3841758 B2 3631483
Simulsted Spectrum
@ : s | 51519 |mme open = o O 357 1165 3691311 | 3021038 365105 367.0692 3701133
[ Profie Resclution 52207 0l— . : " r : - ; T r : T : T 8
By BN 3l 3l 350 B e 3k B B B B B B 30
Losd Help s
<
[Save s Defauly]
Elementsl Composition Resuls - Spectrum 1
> 335102 CrH1309 3520 750 361 3551046 9318 9970
< >





image25.tmp
B O M fu & 2

U == i ]

1sotop |2 Peak 0] [Mn B [Trace 1]Scan F ||| ~Chromatogram 1 ac_4(NEG)

Elemental Composition | |R7 574635

ow advanced parameters| o 607 609 610 611 613 g5 TIC WS FMs.
voss — o = = O cc_unee)

0 NL: 7.57E5.
1005 o.05] miz= 359,095~

[Mass Tolerance R
[Max. # Candidates 10 3|
Charge 17 0 T T T T T T T T T T T T

Use Fragments Matching g 2
[Mass Tolerance ~Spectrum 1 1823 - QC_4(NEG) - CTT1

(QC_4(NEG) #1823 RT: 6.05 AV: 1 NL: 1.22E6

[MSMS Scan No | T: FTMS - p ESI Full ms [60.0000-900.0000]

Use Custom Periodic Table [] |Custom Table| || § 100 T
fElements in Use 2 .

Lconelvee L Lo M 540015

140031 o 1 || 3535905 T
5 E 4 Z | i 3631665
L5934 Q B 353 354 355 356 357 358 359 360 361 362 363 364 365 366
tood [ swvers ][ appy |[ e
- - 39,0754 Lokl N 14, -1.00 64 39.0] 9 816: 1 8537 967





image26.tmp
~ 4| MassBank | Database | Quick S- X [ Rosmarinic acid Mass Spectrum X A Human Metabolome Database: X | + — [}

C 25 massbank.eu/MassBank/RecordDisplay?id=MSBNK-RIKEN-PR100686&dsn=RIKEN Q ¥ T O D oo
Apps [ PaulsStuff [ Massey Stuff [ Clires Stuff
Mass Spectrum Chemical Structure
1000 HO. HO. 0
o 800.0 m o
g
5 600.0 _— OH
i HO' )
S 400.0
3
< 200.0 I‘ | ‘ oH
0.000- L

50.00  100.0  150.0  200.0  250.0  300.0  350.0  400.0
m/z

metabolomics-usi visualisation

ACCESSION: MSBNK-RIKEN-PR100686
RECORD_TITLE: Rosmarinic acid; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]-

DATE: 2016.01.19 (Created 2010.02.10, modified 2011.05.06)

AUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: Rosmarinic acid
CHSNAME: 7-Hydroxy-PIPAT

CH$NAME: Rosmarinate

CH$NAME: Rosemary acid

CH$NAME: (R)-O- (3.4-Dihydroxycinnamoyl)-3-(3.4- dihydroxyphenyllactic acid
CH$COMPOUND_CLASS: Caffeic acid

CH$FORMULA: CyaH1c0s

CHSEXACT_MASS: 360.08452

CHS$SMILES: OC(=0)C(OC(=0)C=Ce(c2)cc(0)c(0)c2)Ce(cl)ec(O)c(O)cl
CHSIUPAC: InChi=1S/C18H1608/c19-12-4-1-10(7-14(12)21)3-6-17(23)26-16(18(24)25)9- 11-2-5-13(20) 15(22)8-11/h1-8,16,19-22H.9H2,(H.24.25)/b6-3+/t16-/m1/s 1
CHSLINK: CAS 20283-92-5

CHSLINK: CHEMSPIDER 555067

CHSLINK: KEGG C01850

CHSLINK: KNAPSACK C00002770

CHSLINK: PUBCHEM CID:639655
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ACCESSION: MSBNK-RIKEN-PR100686
RECORD_TITLE: Rosmarinic acid; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]-

DATE: 2016.01.19 (Created 2010.02.10, modified 2011.05.06)

AUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/JST.

CH$NAME: Rosmarinic acid
CHSNAME: 7-Hydroxy-PIPAT

CH$NAME: Rosmarinate

CH$NAME: Rosemary acid

CH$NAME: (R)-O- (3.4-Dihydroxycinnamoyl)-3-(3.4- dihydroxyphenyllactic acid
CH$COMPOUND_CLASS: Caffeic acid

CH$FORMULA: CyaH1c0s

CHSEXACT_MASS: 360.08452

CHS$SMILES: OC(=0)C(OC(=0)C=Ce(c2)cc(0)c(0)c2)Ce(cl)ec(O)c(O)cl
CHSIUPAC: InChi=1S/C18H1608/c19-12-4-1-10(7-14(12)21)3-6-17(23)26-16(18(24)25)9- 11-2-5-13(20) 15(22)8-11/h1-8,16,19-22H.9H2,(H.24.25)/b6-3+/t16-/m1/s 1
CHSLINK: CAS 20283-92-5

CHSLINK: CHEMSPIDER 555067

CHSLINK: KEGG C01850

CHSLINK: KNAPSACK C00002770

CHSLINK: PUBCHEM CID:639655
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'COMMENT: Annotation level-3

CH$COMPOUND_CLASS: Ferulic acid and derivatives

CH$FORMULA: C17H2005

CHSEXACT_MASS: 368.338

CHS$SMILES: 0=C(OC1CC(0)(C(=0)0)CC(0)C1(0))C=CC=2C=CC(0)=C(OC)C=2

CHSIUPAC: InChi=1S/C17H2009/c1-25-12-6-9(2-4-10(12) 18)3-5-14(20)26-13-8-17(24,16(22)23)7-11(19) 15(13)21/h2-6.11,13,15,18-19,21,24H,7-
8H2,1H3,(H.22.23)

CHSLINK: INCHIKEY RAGZUCNPTLULOL-UHFFFAQYSA-N

ACSINSTRUMENT: LC, Waters Acquity UPLC System; MS, Waters Xevo G2 Q-Tof
ACSINSTRUMENT_TYPE: LC-ESI-QTOF
ACSMASS_SPECTROMETRY: MS_TYPE MS2
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'COMMENT: Annotation level-3

CH$COMPOUND_CLASS: Ferulic acid and derivatives

CH$FORMULA: C17H2005

CHSEXACT_MASS: 368.338

CHS$SMILES: 0=C(OC1CC(0)(C(=0)0)CC(0)C1(0))C=CC=2C=CC(0)=C(OC)C=2

CHSIUPAC: InChi=1S/C17H2009/c1-25-12-6-9(2-4-10(12) 18)3-5-14(20)26-13-8-17(24,16(22)23)7-11(19) 15(13)21/h2-6.11,13,15,18-19,21,24H,7-
8H2,1H3,(H.22.23)

CHSLINK: INCHIKEY RAGZUCNPTLULOL-UHFFFAQYSA-N

ACSINSTRUMENT: LC, Waters Acquity UPLC System; MS, Waters Xevo G2 Q-Tof
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‘COMMENT: registered in RIKEN PlaSMA

CH$NAME: trans-piceid

CH$COMPOUND_CLASS: Stilbene glycosides

CH$FORMULA: C30H2,05

CHSEXACT_MASS: 390.388

CHS$SMILES: 0CC10C(0C2=CC(C=CC3=CC=C(0)C=C3)=CC(0)=C2)C(0)C(0)C10

CHSIUPAC: InChi=1S/C20H2208/c21-10-16-17(24) 18(25)19(26)20(28-16)27-15-8-12(7-14(23)9-15)2-1-11-3-5-13(22)6-4-11/h1-9,16-26H,10H2
CHSLINK: INCHIKEY HSTZMXCBW)GKHG-UHFFFAQYSA-N

ACSINSTRUMENT: LC, Waters Acquity UPLC System; MS, Waters Xevo G2 Q-Tof
ACSINSTRUMENT_TYPE: LC-ESI-QTOF

ACSMASS_SPECTROMETRY: MS_TYPE MS2

ACSMASS_SPECTROMETRY: ION_MODE NEGATIVE
ACSMASS_SPECTROMETRY: COLLISION_ENERGY 6V
ACSMASS_SPECTROMETRY: DESOLVATION_GAS_FLOW 800/h
ACSMASS_SPECTROMETRY: DESOLVATION_TEMPERATURE 450 C
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‘COMMENT: registered in RIKEN PlaSMA

CH$NAME: trans-piceid

CH$COMPOUND_CLASS: Stilbene glycosides

CH$FORMULA: C30H2,05

CHSEXACT_MASS: 390.388

CHS$SMILES: 0CC10C(0C2=CC(C=CC3=CC=C(0)C=C3)=CC(0)=C2)C(0)C(0)C10

CHSIUPAC: InChi=1S/C20H2208/c21-10-16-17(24) 18(25)19(26)20(28-16)27-15-8-12(7-14(23)9-15)2-1-11-3-5-13(22)6-4-11/h1-9,16-26H,10H2
CHSLINK: INCHIKEY HSTZMXCBW)GKHG-UHFFFAQYSA-N

ACSINSTRUMENT: LC, Waters Acquity UPLC System; MS, Waters Xevo G2 Q-Tof
ACSINSTRUMENT_TYPE: LC-ESI-QTOF

ACSMASS_SPECTROMETRY: MS_TYPE MS2

ACSMASS_SPECTROMETRY: ION_MODE NEGATIVE
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'ACCESSION: MSBNK-Fiocruz-FI000933

RECORD_TITLE: Cynarine; LC-ESI-QTOF; MS2; [M-H]-; CE: 10eV

DATE: 2020.06.09

'AUTHORS: Markus Kohlhoff, Natural Product Chemistry Lab (FIOCRUZ Minas, Brazil)
LICENSE: CC BY

COPYRIGHT: (c) Institute Rene Rachou (FIOCRUZ Minas, Brazil)

'COMMENT: [Raw Data] CBA70_Cynarin_neg_10eV.txt

CH$NAME: Cynarine

CH$COMPOUND_CLASS: Natural Product; Phenylpropanoids

CH$FORMULA: C35H34015

CHS$EXACT_MASS: 516.12678

CHSSMILES: Oc(c1)c(0)cc(C=CC(=0)0[C@@H]([C@@H](0)2)C[C@@](OC(=0) C=Ce(c3)cc(0)c(0)c3)(C(0)=0)CIC@@H](0)2)c1

CHSIUPAC: InChi=1S/C25H24012/c26-15-5-1-13(9-17(15)28)3-7-21(31)36-20- 12-25(24(34)35,11-19(30)23(20)33)37-22(32)8-4-14-2-6-16(27) 18(29) 10- 14/h 1-10,19-
20,23,26-30,33H,11-12H2,(H,34,35)/b7-3+,8-4+/t19-,20-23+.25-/m/s1

CHSLINK: KEGG C10445

CHSLINK: INCHIKEY YDDUMTOHNYZQPO-RVXRWRFUSA-N

'ACSINSTRUMENT: maXis (Bruker Daltonics)
ACSINSTRUMENT_TYPE: LC-ESI-QTOF
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'ACCESSION: MSBNK-Fiocruz-FI000933

RECORD_TITLE: Cynarine; LC-ESI-QTOF; MS2; [M-H]-; CE: 10eV

DATE: 2020.06.09

'AUTHORS: Markus Kohlhoff, Natural Product Chemistry Lab (FIOCRUZ Minas, Brazil)
LICENSE: CC BY

COPYRIGHT: (c) Institute Rene Rachou (FIOCRUZ Minas, Brazil)

'COMMENT: [Raw Data] CBA70_Cynarin_neg_10eV.txt

CH$NAME: Cynarine

CH$COMPOUND_CLASS: Natural Product; Phenylpropanoids

CH$FORMULA: C35H34015

CHS$EXACT_MASS: 516.12678

CHSSMILES: Oc(c1)c(0)cc(C=CC(=0)0[C@@H]([C@@H](0)2)C[C@@](OC(=0) C=Ce(c3)cc(0)c(0)c3)(C(0)=0)CIC@@H](0)2)c1

CHSIUPAC: InChi=1S/C25H24012/c26-15-5-1-13(9-17(15)28)3-7-21(31)36-20- 12-25(24(34)35,11-19(30)23(20)33)37-22(32)8-4-14-2-6-16(27) 18(29) 10- 14/h 1-10,19-
20,23,26-30,33H,11-12H2,(H,34,35)/b7-3+,8-4+/t19-,20-23+.25-/m/s1

CHSLINK: KEGG C10445

CHSLINK: INCHIKEY YDDUMTOHNYZQPO-RVXRWRFUSA-N

'ACSINSTRUMENT: maXis (Bruker Daltonics)
ACSINSTRUMENT_TYPE: LC-ESI-QTOF
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ACCESSION: MSBNK-RIKEN-PR101018
RECORD_TITLE: Kaempferol-3-Glucoside-2"-p-coumaroyl; LC-ESI-QTOF: MS2; CE:Ramp 5-60 V; [M+H]+
DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/ST.

CH$NAME: Kaempferol-3-Glucoside-
CHSNAME: Kaem-3-Gle-2pp-p-Cou
CH$NAME: Kaempferol-3-Glucoside-2-p-coumaroyl

CH$COMPOUND_CLASS: Flavonoid

CHSFORMULA: C3oH6053

CHS$EXACT_MASS: 594.13734

CHS$SMILES: Oc(c1)cc(02)c(C(=0)C(OC(05)C(C(0)C(C5CO)0)OC(=0)C=Ce(cd)cee(0)cd)=C2c(c3)ccc(c3)0)c(0) 1

CHSIUPAC: InChi=1S/C30H26013/c31-13-21-24(37)26(39)29(42-22(36)10-3- 14- 1-6-16(32)7-2-14)30(41-21)43-28-25(38)23-19(35) 11
18(34)12-20(23)40-27(28) 15-4-8-17(33)9-5-15/h1-12,21,24,26,29-35,37,39H,13H2/b10-3+/t21-24-,26+,29-30+/m1/s1

CHSLINK: CAS 137018-32-7

CHSLINK: KNAPSACK C00005849

CHSLINK: INCHIKEY IKONEAPXVKTZFF-NLG]GAJZSA-N

p-coumaroyl

ACSINSTRUMENT: UPLC Q-Tof Premier, Waters
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ACCESSION: MSBNK-RIKEN-PR101018
RECORD_TITLE: Kaempferol-3-Glucoside-2"-p-coumaroyl; LC-ESI-QTOF: MS2; CE:Ramp 5-60 V; [M+H]+
DATE: 2016.01.19 (Created 2009.09.10, modified 2011.05.06)

AUTHORS: Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

LICENSE: CC BY-SA

CCOMMENT: Acquisition and generation of the data is financially supported in part by CREST/ST.

CH$NAME: Kaempferol-3-Glucoside-
CHSNAME: Kaem-3-Gle-2pp-p-Cou
CH$NAME: Kaempferol-3-Glucoside-2-p-coumaroyl

CH$COMPOUND_CLASS: Flavonoid

CHSFORMULA: C3oH6053

CHS$EXACT_MASS: 594.13734

CHS$SMILES: Oc(c1)cc(02)c(C(=0)C(OC(05)C(C(0)C(C5CO)0)OC(=0)C=Ce(cd)cee(0)cd)=C2c(c3)ccc(c3)0)c(0) 1

CHSIUPAC: InChi=1S/C30H26013/c31-13-21-24(37)26(39)29(42-22(36)10-3- 14- 1-6-16(32)7-2-14)30(41-21)43-28-25(38)23-19(35) 11
18(34)12-20(23)40-27(28) 15-4-8-17(33)9-5-15/h1-12,21,24,26,29-35,37,39H,13H2/b10-3+/t21-24-,26+,29-30+/m1/s1

CHSLINK: CAS 137018-32-7

CHSLINK: KNAPSACK C00005849

CHSLINK: INCHIKEY IKONEAPXVKTZFF-NLG]GAJZSA-N

p-coumaroyl

ACSINSTRUMENT: UPLC Q-Tof Premier, Waters
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'ACCESSION: MSBNK-Fiocruz-FI000033

RECORD_TITLE: Coumarin; LC-ESI-QTOF; MS2; [M+H]+; CE: 10eV/

DATE: 2016.01.19 (Created 2013.03.13)

'AUTHORS: Markus Kohlhoff, Natural Product Chemistry Lab (CPqRR/FIOCRUZ, Brazil)
LICENSE: CC BY-NC

COPYRIGHT: (c) Research Center Rene Rachou (FIOCRUZ, Brazil)

‘COMMENT: [Raw Data] CB013_Coumarin_pos_10eV_CB000008.txt

CH$NAME: Coumarin
CH$COMPOUND_CLASS: Natural Product; Phenylpropanoid
CH$FORMULA: CoHgO
CHSEXACT_MASS: 146.03678
CHS$SMILES: 0=C(C=1)Oc(c2)c(cee2)CL
CHSIUPAC: InChi=1S/C9H602/c10-9-6-5-7-3-1-2-4-8(7) 11-9/h1-6H
CHSLINK: CAS 91-64-5
CHSLINK: CHEBI 28794
CHSLINK: KEGG C05851
HEL INK: KNAPSACK COOOODAED
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