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1) ¥urwm—RLllczip 77 A NE, 77 AMRKRY 7 b U =7 (Tzip %) THRE L E
T FROT7 7 A NBERSNET,

conf
doc
lib
sample_file
[ £ MFSearcherjar
=| MFSearcherRun.bat

= MFSearcherRun_CommandLine bat

2 ) MFSearcherRunbat # X 7V 27 Vv 3+5L, Y7 b7 NEELET,
MFSearcher ® A A VBN FRIINET,

KO, TR Xk opar Yy — vlimbREFICERINE T, ZOEmElE, MFSearcher
EEHICPHC eI iz LTy (FB/MBIEFRETY), A ED IX] REEZ#HLT
EH A2 U5 &, MFSearcher HIAHE T L TCLEWET,

3) MFSearcher A A VHEEOH ED [X| RE L HHTZ LT, Y7 by =TBKTLE
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® =~ FNI7A4UTOLH

F3EE 1) THE S 7 MFSearcher CommandLinebat Z4 7 V27 U w7+ 5h&, a<w
R4 COBHFERRRINET, MRLZWEERENZHOH L LE, TNbE T 7
AL THEL T LT BIFICOWTHREHEE S L OT — & X — A & i L,
FERBT FA DT 7 A /VRIFSILET,

FELVMEWH X, a~r RIA4 F— K] OIETHR L £,

EARR2ENTT

1) U FOREZLERLET,

adduct il : REIND 7 X7 FEBIRL 7, MEBRFICIX, 7TH 7 MOZEGBZELSIDN
Tob LRy FOERENSMERN SET,

mass ffl : #H72V) mass @A AN L E T,

margin ff : FFAT D E &R AHPH, ppm 2 m/z ZRELE T,

adduct | M+H+ »||UJ EX-HR2 [ Pep1000 | ggaren
— V] KNApSACK ] kKEGG
mass 1034553 UNFD

] PubChem ] HMDB
= menu

margin | 1.0 ® ppm ) miz | Flavonoidviewer (] LipidMAPS

Mode: (® Conv. () UC2

2) Ty IRy AT, MBEHRLT DT —F_X—2R2@RLET,

adduct | [M+H}+ | LJ ExHR2 (] Pep1000 | goaren
— ¥ ] KNApSACK ] kKEGG

mass | 1034553 - UNPD
[_] PubChem V] HMDB

— - . L
margin 1.0 (® ppm () mig E] FlavonoidViewer [Zl LipidMAPS lﬂJ

Mode: (®) Conv. () UC2

fEHCTE27T — X _X—RFLFTT, FMix. MFSearcher ® 7 = 7 # A k
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Pep1000 53 F 8 1000 £ TOEPHNTF ROT—F N—2A

KNApSAcK KR (LK) OF —F2_X—2X
http://kanaya.naist.jp/KNApSAcK/

KEGG KEGG fR#if~ v 7IZitifisn T 5 e
http://www.genome.jp/kegg/

PubChem NCBI 285+ 2 ERpfbamT — & _X—2
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http://www.hmdb.ca/

FlavonoidViewer T IR PER D7 TR ) A REBOTT —F ~"— 2
http://metabolomics.jp/wiki/Category:FL

LipidMAPS BE R Tz ) =R EDOT—H =2
http://www.lipidmaps.org/

3) Search A& L ZH L THR Li'ﬁ‘o ERAEINET,

[ MFSearcher GUI - 1.5.0 O X
adduct | [M+H}+ L EX-HR2 LI Pepl000 | gaaren
M M, I ) kEGG -
1034.553 UNP!
mase (] PubChem ¥ HuDB

margin 1.0 @® ppm () mz (] Flavonoidviewer (] LipidMAPS l—J

Mode: () Conv. (_) UC2

DBMName | Formula | FW (adduct) | Adduct | Deltappm | Compound... | Compound... |
KEGG C50HE3NT.. 1034553 [M+HI -0.034 C10827 Tomatine
KNAPSACK  G50H83N1 1034553 M+H} -0.03¢ CO0002268 Tomatine
LipidMAPS  C50H83N1 1,034.553 [M+H]+ -0.034 LMSTO115.. tomatine
HUDB C50H83N1 1,034.553 [M+H]+ -0.034 HMDB32103 Tomatine
Tomatine] Link
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[ MFSearcher GUI - 1.5.0 - o x

adduct (MeHE  |v) L) EXHR2 L) Pep1000 | searcn

(V] KNApSACK ¥ kEGG =D
(] PubChem (¥| HMDB

@ pom O mz @ Favonolaviewer & Lipiaaps L=< )

mass 1034582 |

margin 10 |
Mode: ® Conv. (O UC2
DBMName |Formula | FW (adduct) | Adduct | Deltappm | Compound. |Cnmpuund
GG 8 1034553 [M+H}+ 0.034] 10827 Tomatin,

KNADSACK ~ C50HB3N1.. 1034553 [MeHl- 0034 G00002266  Tomatne
LipidAPS  CSOHB3N1.. 1034553 M+HL -0.034 LNSTO115. wmatme

CB50H83N1 1,034553 [M+H]+ -0.034 HMDB34102 Tomatine
Tomatine Link
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COMPOUND: C10827

ZOM, L FORHERH Y 97,

T O DIKLIEZREE, KBS FICOEFEDICERINET,

1) W O & [FERIC

Z. adduct, mass,

adduct | M+H]+ v Ex-HR2 [JPep1000 | gearen
IV KNApSACK ¥ kKEGG

mass |1034.553 UNPD
|_| PubChem ] HMDB

=
V] Flavonoidviewer (] LipidMAPS w

Mode: () Conv. () UC2

margin 1.0 ® ppm ) miz

2) Mode ##i T UC2

adduct | M+HI+ |v Eieria Seploil | searcn
——— /] KNApSAK ] KEGG

mass | 1034553 [[J unPD
] PubChem ] HMDB

=
® ppm ) miz V] FlavonoidViewer ] LipidMAPS lﬂj

I Mode: (_) Conv. @ UCZI

margin 1 0

margin Z X E L £7,

WF =7 B ANET,

I, ThE—2ICE



UC2 E&— R/ % & LSS M 2772 EX-HR2 & Pepl000 [ TEIR TX 72 720,
PSRN ET, £72. UNPD F— X _X—ZARFHATE D L1220 £9,

UNPD R DERIZT —H ~_— A
http://pkuxxj.pku.edu.cn/UNPD/

3) Search R U M L TMERAFITLET, MEMELN—BEINET,

[ MFSearcher GUI- 1.5.0 - [u] X
adduct | [M+H]+ v sl Fep1000 | searcn
- [¥] KNApSACK ] kKEGG -
mass | 1034.553 — _J unPD
(] PubChem [¥/] HMDB

margin | 1.0 ® ppm O miz (] Flavonoidviewer (] LipidMAPS lﬂj

Waode: (_) Conv. (8) UC2

DEN..|Formula | FW(a. |Adduct | Delta.. | Compou.. | Compo.. |#Co.. |InC. DB [ID |char

UC2  C50H83.. 1,034. [M+H]+ -0.034 KG:C108... Tomatine 4 REJ...

KNA.. CO00..
Lipid... LMS
HMDB HWMD

Tomatine Link
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bonForEnEd, PlAXMHHIFCTRE LI, By FLTABLEMR 2 THL T v —




PO FAF T oA IMIfoTE 7 RELTERENET,
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Mode: () Conv. (®) UC2
DB Mamg| Formula | FW (ad.. |Adduct JDefta.. | Compo.. | Compound Na... | #Co... | InChIK... DB | ID J [ char
= 35H43024 859214 0161 | KN1]C 3 XXFRP KNApSACK 00014773 1
ucz C36H43024  B59.214 [M}+ -0.161 KN:J1)C.. Cyanidin 7-(3-g... 2 QGCHI LipidMAPS  LMPK1201028 1
ucz C36H43024  859.214 M} -0.161 KN:1JC.. Delphinidin 3-n... 3 WFTC... Flawiew  FL7TAACGLO1EE 1
uc? C36H43024 859214 [M}+ 0161 KN1)C.. Cyanidin 3-({ma 4 asceT. |||
ucz C36H42024  859.214 [M+H+ | -0.161 KN:COO.. Kaempferol 3-.. 1 RBOX

Cyanidin 3-(3-glucosyl-6-malonylglucoside }-4-glucoside
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[ MFsearcher GUI - 1.5.4

adduct | [M-H]- |* !]

mass | 172.13430240619996

EX-HR2
KNAPSACK
[_] PubChem

Pep1000 Search

] KEGG
] HMDB

[ unPD

—~ =
® ppm ) miz [¥] Flavencigviewer [/] LipidMAPS Lﬂj

margin | 1.0 1
Mode: (_) Conv. (® UC2 I
DB _. | Formula | FW (ad.j|| Adduct | Pelt_. | Compou._. | CompoundNa._. | #Co.. |InChl DB | ID | Char
COH20M102 0 KG]CO Muscarine 4 UQO. KEGG C07473] 1
COH1aN102 0 LM:LMFA 9-amino-nona KNApSACK  CO0001R22 1
COH20MN102 0 LM1LM Butyrylcholine i KNApSAcK  CO0D027§02 1
COH1IN102 0 LMLMFA 3R-aminonon HMDB HMDBZ'QEE 1

Muscarine

Shortest Mame

View Setting
| |
adduct | [M+HJ+ |* EX-HR2 Pep1000 Search
| — ] KNApSACK ] KEGG
mass | 1034553 [_| UNPD
] PubChem /] HMDB
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Show DB Info. T—=HRX—=AD L a— R L EHHEEHRFEZ R
TU4 v RUERRLET,

M TFRRINDOIT, BHT— NRHBERFIE
bihb7T—#_X—2T7, UC2 £— RTEbI
DT —ZE, THETHNSAFAE L, & DO FHT H IR
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Hide Menu A=ma—ZIFRRIILET,
Setting Column Settings REFEFER - EORTIAREEETEET,
Filter Settings MR R A2 TR TRV AT 2OD 7 4 v

A —TBELET,

T4 NE—RRIE
Setting -> Filter Settings T, MR Z I HITKVIADLT-OD T 4 VE — %R ETEET,

LF Filter Setting x
Atom Constraints:
| | constraint only for EX-HR2 DB

|| Assume P as phosphate

0 = [JcC = 100
0 = [N = 20
o |= [1s = 5
0 = [Jp = |5
o |= ] = 10
* Blanks are no limitation
13C / 12C Ratio:
| ] show only13Cin 0.0 + 5.0 %

Flavonoid Viewer Option:

[] show only aglycon

1) TEHRETOKDY AR

FRAICEEND C, N, S, POFB RO TKRVIALET, FILRLFDOLEILHLTF =
IRy T AT = 7 AND & REVANIRY, EiZdh D FRE. Hl2dh D LIRME
OFFAIZHH O TE —EICFRLET,

POETOT7TXA MRy 7 AZE, EEDOLEILTE DT AND ZENTEX, ZOLHE
DETTA4NE) T TEET,




Constraint only for EX-HR2 DB IZF = v 7 Z A5 &, ZOxFEHICLHMHIRA
EX-HR2 7 — 4 X—ADHRIZRETE £ T,

2) 1BC12C L TORK Y A
BC1 DRINRA A &, 2C DT T A Y N w7 A F L DOMELE WS Z LT, FHD
ARV ATy Z E R TEET, REFTIETLLTTT,

*Blanks are no limitation
[13C 1 12C Ratio:

|| Showonly 13Cin 0.0 + 50 %

DT F A MM, BT —Z 2 ENnbEL KL 725 18C/12C A FTWALET,
HOTHFA MU, FRiEE (%) ZRELET,
Show only 13Cin..OF = v/ Ry 7 A%F =y 7 LET,

3) ZIRIAROT 7Y aviZif EmBRRICT S
FlavonoidViewer Option @ Show only aglycon (ZF = v 7 % Ai1% & . Flavonoid Viewer
THRBEINTBEMHOS B, 77V ay GERER) ICHYTA2EELTER I LET,

Flavonoid Viewer Option:

|_| Show only aglycon

av K74 E—F

W LTWEEE (BEOT7#7 MAGDE) REBEHDLEEIT, a~v U RIA U E—
RZfl 5 & BT OWT, MRAHEE LG T — 2 N— 2R 2 HBRITITO, /R
BTHRANTZ7ANE LTAFTEET,

1) HEMEY A b O

WMBET 2 EEE (BXOT X7 FOMAGEDLE) 1. TFA N7 7 A0 LTHH L ET,
UTD 3207 7 A LOOTIABER TR T,

MFSearcher 7' 1 77 At v @ sample_file £V 7 VX2, 325D 7 7 A ILIEXOD
Yo TNRH Y ET,



a) EEEDOA (input_text_plain.txt)

BEMEOHDBEATICEINTLLTFA N7 7 A VAL ET,
ZO%E., il LITEEESEOE FHREICEN S ET,

b) EEfHE T 47 FOMAEDE (input_text.txt)

B EN mzEE. TOHESNEZT X7 M3, X 7RED THEITICREHE LT 2 K
77 A NEEELET,

T NIRRT H3TINX, (747 FoOkE] IZE# L7z adduct.ini 7 7 A L TTIESE
SNTWDHRERHY £7,

c) MassChroViewer CheckFile J&:. (input_mcv_checkFile.txt)

MassChroViewer &\ 9 Y — L CEDLILTWATHF A M7 7 A4 /L9, MassChroViewer
<2 PowerGetBatch & \Wo 7=V 7 o =7 TSN ET,

MassChroViewer: http://www.kazusa.or.jp/komics/software/MassChroViewer/ja

PowerGetBatch: http://www.kazusa.or.jp/komics/software/PowerGetBatch/ja

2) a7 s (X—3IF0) BEEET,

3) led] =~y R&ffvy, MFSearcher ®»7' 11/ Z At~ hdHd, MFSearcher.jar 73
FET D74 VE~BEN L ET,

4) UTFTDavwr RT, ~VTERHZENTEET,

java -jar MFSearcher.jar -h

5) MBI, 1) CUEfli LIEAS 7 7 A /by HAKOT 4 Lo b, HHT 57— 5 ~—
A, MRS CORRIFATGE, 7— 4 N~ ARFCORMIFATEE, 2~ P47
va L THET A D LT, MEERFLET,

) BEMEE T X7 bOXT DA77 A NVDEE (input_text.txt)
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java -jar MFSearcher.jar -1 sample_file/input_text.txt -od outdir_plain -db
KG,KN,FL,HM,LM -fppms 1,3,5 -dppms 3,5,15

HEFFA R, ppm 2 BN & U THREGRE TE E£9, /NS WRBRZEHP ) SRR E Z L,
fiRDNIR T2 & ZATHRREMK T LET,

fbeasT — 2 XR— 2% IL, UC2 £— R TCEITESNET,
6) -od TIRE L7+ NVHFIZ, R77ANABHhINET,

ResFormula [AS1 7 7 A4 V4] : SRR ZHETE U 7T- ks 5,
ResDatabase_[AJ17 7 A V4] © T — X RX— 2% LIz 2GR,
ResSummary [AJ17 7 A V4] 0 Fit —o%EH LIZH 0,

THEI7 NORE

MFSearcher D711 77 Lt v hOHIZ conf 7+ /VZNH Y 7,

conf

doc

lib

sample_file
[ £ MFSearcherjar
MFSearcherRun.bat
MFSearcherfun_CommandLine.bat

conf 7 4 /LA HIZIX, adductini & W) 7 7 A VBFELET,

adduct.ini ZfRE35 Z & T, MFSearcher 7’1 77 AN TEIRTE 57 47 FOFHFERSY
YT a i bR AR H LR TEET,

adduct.ini I3Z 7 XYV DT FA N7+ —~ v NTT, RETDHIZETFA =T 4 & (X
EME) FETT7 7 A NLEZRANTIEIN,

77 A NVORERITLLT T,
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DA v Ivay pgw  DMETE OELIC OREE  omm  nrem
1 1 0 TRUE
nil+ 1 1 TRUE
[hi+HI+ 1 H 1 TRUE
[h+MHE T+ 1 MWH4 1 TRUE
[hi+Mal+ 1 Ma 1 TRUE
[+ ]+ 1K 1 TRUE
[h—H2 O+H]+ 1 H He O 1 TRUE
[h—2(Hz 0)+HI+ 1 H H2 OHZ O 1 TRUE
[2m+H]+ 2 H 1 TRUE
[2hi+MHA T+ 2 MNH4 1 TRUE
[2 b+ Ma+ 2 Ma 1 TRUE
[2 hi+K I+ 2K 1 TRUE
[2 WA M+HT+ 2 C2H3NH 1 TRUE
[h+2H]2+ 1 H2 2  TRUE
[hH+2 Male+ 1 Maz 2  TRUE
[hH+Na+HIZ+ 1 MaH 2  TRUE
[h+3H]3+ 1 H3 3 TRUE
[hH+IMala+ 1 Mad 3 TRUE
[hi—-H1- 1 H -1 TRUE
[MHHC 001 1 HC OO -1 TRUE
(M2 H]- 1K Hz -1 TRUE
[h+Ma—2 H]- 1 Ma H2 -1 TRUE
[z Ma—3H]- 1 Maz2 H3 -1 TRUE
[MHHC OO0+Ma—HI- 1 HCOOMa H -1 TRUE
[MH+HC O0+K-H]- 1 HCOOK  H -1 TRUE
[h—2H]2— 1 Hz -2  TRUE
[h—3H]3- 1 H3 -3 TRUE

1) fEEDOXLFINEHETEET,

2) BEH LI, ZEEICRSTEREOMEETT, RM+HI+OSAIZIT2 £720 £,

5) MEATIERERVWEREOESEZRBT DO DORIETT . FHTRITIVILZEM TR
FHA,

7) ZOFOREITFHEEE 52 FH A,

RIE & M S D I2IE, REERIC T 7 A V& EEXR(F L, MFSearcher % FHic#E) L CT< 72
éb\o

TrX P —N—DORE

TaX Y= N—E N L TA U H—F v M L TV 554613, MFSearcher 73 1E 7 (2
LW ERNHDFET, TR EL L THh S MFSearcher ZH L TL 7230,
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MFSearcher 7’1 77 Aty hOFIZ conf 7 /L EZNH VY £97,

conf

doc

lib

sample_file
[ £+ MFSearcherjar
MFSearcherRun. bat
MFSearcherRun_CommandLine. bat

conf 7 /LA HIZ, systedni &) 7 7 A NVNIFEL T, systemini 7 7 A /L&, TF
A L=ET 4 H (AR THNTIEES Y, 7740 THTRO LS ISR ST
£75

ft netwark proxy setting
network.proxy.enabled=false

network .proxy.Serversyour .proxy -Server
network.proxy ..port=8080

TRTHEDITO =] OFMEZ, TiLO LD ICHEL £7,

network.proxy.enabled true

network.proxy.server Fy N =7 EHRENOREINT B X — — D4 H]
FRFIPT RLRA

network.proxy.port Fy N7 EHENOIRESNTZ T B X Y — N — DR —
&5

i £ 151))

#t netwark proxy setting
network.proxy.enabled=t rue
hetwork.proxy.server=123.45.67.89
network.proxy . port=1234

system.ini 7 7 A /V % EEX{R{F L. MFSearcher # L) L T 72 &0y,

ZNBARSC

Sakurai N, Narise T, Sim JS, Lee CM, Ikeda C, Akimoto N and Kanaya S (2018) UC2
search: Using unique connectivity of uncharged compounds for metabolite annotation

by database searching in mass spectrometry-based metabolomics. Bioinformatics 34:
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