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Margin Prc (0a): |05 1000 miz  |Relint |Anmnot |NL | subst ... |
153023 1000 118.047 Phenyl. |4
243.02105712890625 200 295,057 568 46.013
209.09410095214844 271184 500 0114
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I I =
400
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Name Type Formula (.. | Mass (N}
Separator - [Tab ¥ 2 Wi ‘ s
Margin MSn (Da): 0.5 ) 50 100 150 200 250
mz
Clear | | | mez 13.7204
No. | Score (Jaccard) | Formula (ionized... | Mass (ionized... | MSMS-category | Symbolized Name | MsMs-aglycone
1475 0312 G15H1108 271.06 Flavone [Flavonel-A(20H)-B(10H) 5,8,2-Trinyaroxflavone X
1505 0312 C15H1105 271.06 Flavone [Flavonel-AOH)-BHOH) 5.7, 2-Trinydrox/flavone
1581 0312 C15H1108 271.06 Flavone [Flavonel-A(20H}-B(10H) Apigenin
5958 0222 G15H1105 271.06 Isoflavone [Isoflavonel-A(20H)}-B(10H) Demethyitexasin
5993 0222 C15H1105 271.06 Isoflavone lisoflavone-A(20H)-B(10H) 8-Hydroxydaidzein
6019 0.222 C15H110% 271.06 Isoflavone lIsofiavonel-A(20HB(10H) 5,7,2-Trinydroxyis oflavone
6023 0222 G15H1105 271.06 Isoflavone (20H}-B(10H) 5,7,3-Tr v
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Premiz:  271.07 intensity Fragments
Margin Prc (Da): |05 10004 miz |Relint | Annot | NL | Subst (.. |
153.023 1000 118.047 Phenyl... |4
243.02105712890625 800 1 295 057 568 46.013
209.09410095214844 271184 500 0114
211.00592041015625 203.12 353 67.95 =1,1-Di..
G600 o
229.04 329 4203 Acetyl
AAS f I 4o .
X 400 o .
Click here to enter example O-type Substituents
—— E Mame Type Formula (... | Mass (ML)
Separator: | Tab |* 20 I | ‘ ‘ l l l
Margin MSn (Da): 0.5 0 3 &0 100 150 200 | 250
m'z
Clear | | | miz 13.7204
No. | Score (Jaccard) | Formula (ionized... | Mass (ionized... | MSMS-category | Symbolized Name | MSMS-aglycone |
1475 0.312 C15H11058 271.06 Flavone [FlavoneFA(20H)-B(10H) 5,8,2-Trihydroxyflavone Lt
1505 0.312 C15H1105 271.06 Flavone [FlavoneFA(20H)}-B(10H) 5,7, 2-Trihydroxyflavone
1581 0.312 C15H11058 271.06 Flavone [FlavoneFA(20H)-B(10H) Apigenin
5958 0.222 C15H1105 271.06 Isoflavone [Isoflavonel-A(2Z0H)-B(10H) Demethyltexasin
5993 0.222 C15H1105 271.06 Isoflavone [Isoflavonel-A(20H)-B(10H) 8-Hydroxydaidzein
G019 0.222 C15H1105 271.06 lsoflavone [Isoflavonel-A(20H)-B(10H) 5,7, 2-Trihydroxyisoflavone
6023 0.222 C15H1105 271.06 Isoflavone [Isoflavonel-A(2Z0H)-B(10H) 5,7, 3-Trihydroxyisoflavone |

RV ORFENRT 7Y a2 ThD Apigenin & &1, [Flavonel-AQOH)-BAOH) 3 ik A /)
e L ORSNTWET,
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Prcmiz:

Margin Prc (Da): 0.5

271.07

E FlavencidSearch - FsToolGUl ver. 1.1.1

243.02105712890625
209.09410095214844
211.00592041015625

ELS
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Margin MSn (Da): 05

Separator: | Tab |*

— O X
intensity Fragments
10004 mz | Rellnt | Annot | L | subst (0-.. |
153.023 1000 [A] CTH504 118.047 Phenylac...
200 225057 568 [N]C14H9.. 46.013
271184 500 -0.114
] 20312 353 67.95 <1,1-Dim...
el 22904 329 [N)C13H9.. 4203 Acetyl
| Ty —— —
400 o
O-type Substituents
200 4 | Name | Type | Formula (NL) | Mass (ML)
S S .
0 a0 100 150 200 250
mz
miz. 297.2254

Calc
L
'

| Lol gy |

C15H1105 Flavone [Flavonel-A(20H)-B(10H) 5.8,2-Trihydroxyflavone
azoc PERP TIPS s = = YL YETN=TEv-v FEy o
1581 0.312 C15H1105 271.06 Flavone [Flavonel-A(20H)-B(10H) Apigenin
5958 0222 C15H1105 271.06 Isoflavone [lzoflavonel-A[20H)-B(10H) Demethyltexasin
5993 0222 C15H1105 271.06 Isoflavone [lzoflavonel-A[20H)-B{10H) 8-Hydroxydaidzein
6019 0222 C15H1105 271.06 Isoflavone [lzoflavonel-A[20H)-B(10H) 5,7, 2-Trihydroxyisoflavone
6023 0222 C15H1105 271.06 Isoflavone [lzoflavonel-A(20H)-B{10H) 5,7, 3-Trihydroxyisoflavone

R, B HETZELLEN, AR, BER, —a2a— VR AHROT I T AL P THD I &%
ARLTWET, EORITT I —P—AF D miz EE R LET, EHEETHESND
ZERTRIEND T T T A (Essential Fragment, fkotH O
BTH- 7T TRENET,

FZdH % Fragments 7—7 /LIZIE, Annot ¥i2, THIESI7=7 77 A b OMBEEIERD
R ENTHET, [ NITREhZ A B, NIE, AR, BB, ==— 7/ aAICHKT

HT7 T A NeEnEFsR L, Essential Fragment (Z* C/RENTWVWET,

FiF6) EREDHTE

MS2Viewer |[ZFEVY ., 2O MSBZHS L7127V h—h—0nEFEND MS2D AT kL& H
BLEST, arha—nAXxAnE, —2 EOfFicdh b MS257 —4% (Prd No.: 8290 ™17)
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PrcNo. | PrdNo. | MSn |PrdRT | Premiz |
8275 8279 ms2 47725 13043
8275 8280 ms2 47731 651.02.
8280 8287 ms3 4776 271.07...

8205 ms3 .
2200 8206 _ms3 47 799 g
8289 8291 ms2 47777 B65215..

il MSn View

Intensiy 368.0 0 746500.0 miz | Int. ¥ | NL | Relnt

5000000 271.07477 4959217  380.07922 1,000

4000000 51925397 3,164,030  131.90002 638

3000000 ||| 56520533 326,985  85.94861 66

2000000 43313062 288,423 218.02338 58

1000000

o | P

0 100 200 300 400 500 60O S ey Naeal P —

s Decimal 5 T S | [Jprec| M

MSn View /33 E T T ARZ &ML AT MUERE 7 Vv TAR—Rizave—LET,

FsTool C. Clear R V&MWL, “NF COFHEEEAME L%, FIES) LREICA
XY MVIERERX—=A N LET, TV =Y —AF D mizfEL LT, 651.15 # A LF
j—o

@ FlavencidSearch - FsToolGUI ver.

Prcmiz: | 651.15

Margin Prc(Da): 0.5

519.2539672851562
565.2053833007812
433.130615234375

E1S

Click here to enter example

Separator: | Tab v

Margin MSn (Da): 05

Calc Clear

Cale R¥ &ML £,
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[# FlavonoidSearch - FsToolGUI ver. 1.1.1 - O hed
Premiz: 651.15 intensity Fragments
Margin Prc (Da): 05 1000 miz Relint | Annot ML | Subst (O-1...
271.075 1000 380,075 (Malonyl}-..
519.2539672851562 200 1 519.254 638 131.896 Apiofuran..
565.2053833007812 565.205 85 85.945 Malonyl
433.130615234375 500 1 433131 58 218.019 (Acetyl)}-Gl...
-
S I 4o | 0 =
Click here to enter example O-type Substituents
E MName Type Formula (ML) | Mass (ML)
Separator: | Tab |* gl | | |
1 |
; . 0 . . . . ot .
Margin MSn (Da): 0.5 0 100 200 300 400 500 600 70O
_ mz
Clear | | | msz 33.8156
Mao. | Score (Jaccard) | Formula (ionized ... | Mass (ionized ... | MSMS-category | Symbolized Name MSMS-aglycone

FUT LT T aFRD IR oI, FTEORICITRICHERINLEE A

Fragments 7 —7 /L™ Subst (O-type) D% 2% &, BEM~7 748 /7 A4 R TR LIS EHREL
VI H=a—hT L 2NHLEAIC,

(FK7T & D 3L, Supplementary Table S8) |
ZOBERNPFREINTOET,

Fragments

miz Rel Int Annot || ML | Subst (O-type)

271.075 1000 380,075 (Malonyl-CXylosyl)-Galactosy...
519.254 638 131.896 Apiofuranosyl, Arabinofurano...
5G65.205 65 25.845 Malonyl

433131 A8 218.019 (Acetyl)-Glucuronaosyl

Fragments 7 — 7 /V0Oi7% 7 Vv 735 &

KRENFET,
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FEHME )Y O-type Substituents 7 — 7 /L(C




intensity Fragments
—
1000 miz | RelInt | Annot | NL | Subst (O-type)
271075 1000 380.075 (Malonyl)}-(Xylosyl}-Galactosyl, (Malonyl)-(Xylosyl)-
200 519.254 638 k 131.896 Apiofuranosyl, Arabinofuranosyl, Arabinosyl, Xylos...
500205 i1 3 alonyl
oo £ 433131 58 218.019  (Acetyl-Glucuronasyl
400 A w —
O-type Substituents I
200 4 Name | Type | Farmula (NL) | Mass (NL)
(Malonyl-(ylosyl-Galactosyl [-H] (carboxyl-{sugar}-sugar C14H20012 380.095
o 1 L1 (Malonyl-(Xylosyl)-Glucosyl [-H] (carboxyl}-{sugar}-sugar C14H20012 380.095
0 100 200 300 400 500 GO0 700 ((Acetyl}-Xylosyl}-(Acetyl-Rhamnosyl  [OH] ((carboxyl)}-sugar)-(carboxyl}-sugar C15H24011 380132
mz
miz 673.9052

380.075 D==— h TN RZX B 271.076 D7 T 7 A M A%, Malonyl & Xylosyl

B~ F Y — 2 (Galactose F 72 1% Glucose)
(C14H20012) OHREMENH D Z ENX 00 £,

WCOoOWEEBHRED =2 — T Lo A

¥ Fragments 7— 7NV TIT Vw7 LImT7 T 7 A MME, AT FASKILTHRETER

SNET,

FIE7) 7/ T—23av0mER

MassChroViewer T [Tool] X == —»>% MFSearcher
BEEN ALY T —Z XR— A BB TXHY—/LTT,

m MassChroViewer - ver1.2.3

File Selting QN Help

E Farmula Calculatar

MF MFSearcher
m Mol Viewer
E Fragment Calculator
[ ms2viewer

Check Indicator

Z I L% 4, MFSearcher /1.

2D Window £ C, ©¥—27 DALEEZZ T NV7 Vv 735 L, MFSearcher ® mass 2. 7

Uo7 LTS m/z DIEN A I E T,
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$2_Cont_LRes_DX_ms2-3.mzxXML 228 m AET e o e =

mz
651.164
651162

551,16 | adduct l[M]"' I'J

651.158

651.156

o mass £51.1540043306225

B51.15
651.148 . — F
s {margin 1.0 ® ppm () m&

TR X I, MBRFMEZEE L £9, adduct #[M+H]+, margin % 5 ppm., X575 —%
~_N—2 L LT, KEGG., HMDB, LIPID MAPS 73 ¥ Z3#iR L %9, [Search] R¥ . %
T ERBDFEITIAN, WL ODPDBERMBRRIINVET,

[ MFsearcher GUI - 1.4.2 - O X

adduct | [M+H}+ v| [ ExHR2 (] Pep1000

[] KNApSACK ] KEGG

mass |651.1549943396226 D N2D
[_] PubChem [/] HMDB e
margin 5 ® ppm () miz || Flavonoidviewer (W] LipidMAPS
= menu
DB MName | Formula | FW (ion... | Adduct | Delta.. | Compound ... | Compound ...
KEGG C2aH30017 651.156 [M+H]+ -0.893 C05622 Malonylapiin;...
LipidMAPS CZ29H30017 651.156 [M+H]+ -0.893 LMPK1211... Vitexin 67-0-...
HMDB C29H30017 651.156 [M+H]+ -0.893 HMDB37601  6™-Malonylapi... i
HMDB C29H30017 651.156 [M+H]+ -0.8893 HMDB39312 3.4 5-Trimeth...

Link

&2, MassChroViewer @ [Tool] # == —»5 [Fragment Calculator] % 3R L £,

m MassChroViewer - ver1.2.2 [ Fragment Calculator - ver0.2.1 - [m] X
File Seiting QGLIR Help

I3 Formula Calculator
[ wFsearcher
m Mol Viewer

Fr Fragment Calculator k

[[3 ms2viewer
Check Indicator

Al Getfromweb

Selected:

Dif

Z OIRFET, MFSearcher ORFEFERENDL . KEGG @ C05622 %R L T Z I,
Fragment Calculator |2, #EXNERRINET,
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— O X

G MFSearcher GUI - 1.4.2
adduct | W+HE v| L) ExHr2 L) Pep1000 | goaren B fegment Colculor-ver0.21 -0 x
— || KNApSAcK V] kKEGG =
mass |651.1549943396226 | [Jnzo =)
] PubChem ] HMDB -
margin 5.0 @ ppm u miz D FlavonoidViewer [ﬂ LipidMAPS o. oH
= menu
DBMName | Formula | FW {ion_. | Adduct | Delta . | Cnmpuund | Compound 0
z 017 651158 [M+H]+ |

pidhiap 0 5
C29H30017  651.156 [M+H]+ -0.893 HMDB37601 6~ Malonylap\
HMDB C29H30017 651156 [M+H}+ -0.893 HMDB329312 34 5-Trimeth HOy,
",
O)\ "
HO/ O

Walonylapiin;Apigenin 7-O-[beta-D-apiosy-(1-=2)-(5-malonyl-beta-D-glucoside)] Link

‘l Zoomfactor: 89%

Get from web

Hove | CashogOs (30 Hs mplic) |

Al

Selected:

Dif:

Z Oz WD & Apigenin O TAZIZ, FIE6 TEAf & L TZHD > TO /o EHEME DT

WTWAEETWSND 3, - Ty MU — 2 1T 2 DL WO AR E W E S 2 FT,
BT — Lo THEGER 2 HTe Z & T, Z OEOEEIZE £ 50 B4l % e
HBTEET,

& Fragment Calculator - ver0.2.1

5

‘ Selectin Free Form ||C13H;w 7 (30Hs |mpl|cn)‘|CMHz1 4z (21Hs \mpl\m]" Zoomfactor: 80%
650148 Getfromweb |

Selected: C14H21012 381103

All: | C20H30017

Dif: C15H905 269.045

ZOFOBE . FATTES (C14H21012, 381.103) 75 H 23UilfE L7~ My, B L
HWTEET,

## (C14H20012, 380.095) & —FH L TW\W5H Z &N
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MFSearcher &L A2 E&HEOMREETlL. Vitexin OFEKR7e & OFEM S5 DIV TV ET A,
ZOEIL. C-EHEARDT-D, MSIMS 77 7 A MIKELL Bz tnFHEINET,
FsTool CTiZ, ZHiZkt4 5k v MIbY EFHEA,

DB Mame |Formula | FW (ioniz... | Adduct | Delta ppm | Compou... | Compou... |
KEGG C29H30... 651.156 [M+H]+ -1.038 CO05622 Malonyla...
LipidMAPS ©29H30... 651.156 [M+H}+ k -1.038 | LMPK121... | Vitexin 6™
HMDB C29H30... 651.156 [M+HJ]+ -1.038 HMDB37.. 6"-Malony...
HMDB C29H30... 651.156 [M+H}+ -1.038 HMDB39.. 34,5-Tri...

Z®d X 51z, FlavonoidSearch AT LAZFIHALTT 7Y a L OEEZHBI+ 5 = & T,
[ CALE D BAE IR E O s, WY 7 TR ) A R&T ) T7—ar15h2 LAk
<7,

HEIWEHEE

(BH¥EI0)
N EIE N2 S DNA WFEFT
FIBHRMIZEE A XA I 7 ZAF— 4
Y E-mail: sakurai AT kazusa.orjp (AT Z MA@ E L TL7ZEW)

N GED e
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