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1. MassBank A7 27+t X : Web browser T MSSJ MassBank.jp ¥ —/\~7 74X L &%
9 (<https://massbank.jp>)

1. MSSJ MassBank.jp @ Home R—IHRREINET,

WiMassBank  Search  Contents  Download = Accession - Morew

MassBank is a community effort and you are invited to contribute. Please refer to our contributor documentation and get in touch via github

sMassBank

High Quality Mass Spectral Database

or email.

News

Update 13 June 2024: MassBank EU representatives (Steffen, Emma) will be at the Metabolomics Society meeting in Osaka June 16-20 2024 and meet with our
Japanese colleagues. Please come and see us there!

Update 5 June 2024: A new MassBank-data release 2024.06 with the DOI: 10.5281/zenodo.11487030 is available. This release contains 750 new spectra from MSS|
and 1156 new spectra from Eawag, plus welcomes "Shin-MassBank", a new contributor (plus spectra). Thank you for your contributions!

Update 29 April 2024: Michele Stravs, our long-term MassBank.EU developer, consortium member and lead programmer of RMassBank. announced he will seek new
challenges later in 2024. Michele, thank you so much for your contributions. We hope you will stay in touch! His position at Eawag will be advertised shortly ...

Update 28 November 2023: Today we deployed MassBank-data release 2023.11 with the DOI: 10.5281/zenodo.10213786. We added 19783 new spectra from the
Federal Institute of Hydrology, Koblenz, Germany, 1500 spectra from Agilent (EPA ENTACT), and updated MSS]) spectra. Welcome to our new contributors!

2. Y—NPIEHTEIH—EREFFIB2=a 70BN

2

2.  MSSJ MassBank.jp Home EE

WMassBank  Search  Contents  Download  Accession . More¥

(1) (2) (3) (4) (5)

MﬁDﬂ_ﬂ_lI

MSSJ MassBank.jp ¥ — D HET 2 —EXIZRD 5 DT,

(1) “Search” $EUY R AR ML DRBEPLT R AT MLEDT LI-ILEYERRL £ T,
(2) “Contents” YRR~y MILIRHEE L —T | REHL E DR (Record Index) &KL £,
(3) “Download” ¥ XX~ bz —3EF7-13—E8% download L ¥,

(4) “Accession” L a—F ID FEEZANLTIRAART bLEFRLET,

(5) “More” NIST 7 =R R IEBRT 5, Y—NEZA VX b—=ILT B, BREDHRATT,
AFF~ =27 J)iE "Search”, "Contents”, “Accession“DOF|FAHEZHBL TUVET,
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3. “Search” &%
Search #27 U v o35 ¢, RoEEIARREINET (K 3.) .

3. “Search” #m

#WIMassBank Contents Download | Accession - More ¥

Search for: - Mass calculator

‘ Basic Search } Peak List { Peaks | Peak Differences ‘ InChiKey [ SPLASH

Compound Information

Compound name

6 DDiRFMEE RLEBR) AFIATEES,
BRREFEEERT S ROANBEAENE T,
* REHEI LT,

MZF/NT X —% (query)

BESTDRIESHE (mass spectrometry information) # AH L £,

MassBank {RBEHEREDBIE GEHMATBIL 4 R—YLIRICHY £9)

3. 1. “Basic Search” #&%
{btEM&%E query ELTANTBEZDIEMEDH LI RAXRY bLEHALET,
1 2DLEDICIFEBOREHH Y £F, MassBank IZZDILEDEDHT LI XA ZARY b
IWHH->TH, query & LTZEEYMAICE->TIE TEEW] EHDhEhFT, TOL5BBRE
W EEEET 2R A7EE LT [3.5.“InChlkey” 3R] (14 R—2) ZRHELTVWET,

3. 2. “Peak List” &%
YARARNRY bIL%& query E LTART B E, TNICBIZ AR MLEDHTLIZLED %
HALET, Query DX XXRY FAED LS Bt =D LIzb DAz 7z & &
(LEYEE) ICERARRRY —ILTY,

3. 3. “Peaks” %
BHEOTAX I A FYy (=—2) % query £ LT lquery DA F AT TK
5] YRAZARY MLERBRLET, HIEOMCFEEICHKT 2 (=H 2B FEET R
MO 2) AFVEHERDITIWEED, HEPMEREELET DILEDEHOTRARY
MLAERRT DL E, REICERARREAETT,
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3. 4. “Peak Differences” &%
22007 AKX bAFY (=8—7) O m/zEDZE (A m/z neutral loss) % query & L T,
FLEX2EDE—TDORTHABRINIVAZIRS MLERBLET, Am/z{Eld MR
NFDEEEXRLET, HIAHENNUCFEEEEETHNEYNDTRARARY MLZIRFRT H L &
>, neutral loss scan THIAT 22— DORT#IET L EICERARERY — LT,

3.5. “InChlkey” %%
ST Lt B D FHEE (=InChlkey) % query & LT, ZOLEAMDTRARARY b IL%
AL E£J, InChlkey IFRFOBEEREFRERT 14 XFEHN L. IEBEREEERT 10X
FEODSEREINTWET, 14 XFEED7IF% query & L TRET DL, ZDILEYD
SHEEMEEDT LIV RRANRY L —Z(TIREBT DT ENTEET,

3.6. “SPLASH”

SPLASH &% XX ~_Y bb(m/z & E— 7 58E DfE) % hashing L72BETT, HIFENDT X
ZRY MILD SPLASH % query & LT, ZORRANRY MLERRICHERLET,

3. 1. “Basic Search” %%
Wae : [tEWR] Z query LT, ZOMEYNERNM LI AR Y FLERERL T,
fELVA © “Basic Search” &> (¥3) #7Vvyv o3 2&EHE (K3.1.1) AR RmENET,
3.1.1. Query ®AAH
3.1.2. HFHBEDOAS
NETT,

3.1.1. Query ® A A
Query DfEIXbEMZE (WAER) &, BREEPHFN RAHEMH) T,

3.1.1 Basic Search @ Query AN BEE

Basic Search Peak List | Peaks [ Peak Differences InChlKey SPLASH

Compound Information

Compound name

caffe

Exact Mass Tolerance

AND v 180.04226 01

Formula ( e.g. CBH7N5, C5H*N5, C5*)

“Compound name” 17IC “caffe” & A9 % &, Caffeic acid ¥ Dihydrocaffeic acid 7 &
query ZtEMEZD—EE L TETIEYD YRR ML EHINE T,
3,4-Dimethoxycinnamic acid @ & 5 2, BJ& & L T “Dimethyl caffeic acid” A5 5N TWL
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s MassBank

AEH DT RRARY PLbHAINE T,

1 2D EMITEBRDORNENH B &=, Query ICADLAELEYMEZINL I—FICEHIATL
BWEEICIE, MassBank ICR R AR FLHABRINTOWTHRBRRNT DY £9,
ZD& S BBRBRNAHNEWL [3.5. “InChlkey” #&R] (14 ~—2) ZEEDHLET,

L EMBIRRDORY AAREHEE LT

* {LE¥D monoisotopic exact mass (BimfE) &% DFFREHE. “Tolerance” (+ m/2)

* fkEMoOnFR

“5ZBZENTEEY, LEMRZO—EBIC query BZELCEEDKERILEDERIAKIC L
> THEBR L £ 9, Tolerance |& monoisotopic exact mass fENSZ >N & EICHEMTT,
Monoisotopic exact mass BIZ/NERUTOMETRET A LICHE->TLETA, dLl D
— R TlEZ 5 TIEHR WD T, tolerance DfEIX 0.05 BEICT B2 EAEEFLWTT, DFR
IZid wild card (*) #fES> 2 T2 %9, ) Cl6H180*

3.1.2 pIEEDOAH (WABER)
T ARZARY MILEBITE L 7= 5tE % Mass Spectrometry Information #TEEL £9.

312. BENWDAF L ENMERD LA TEEELET,

Mass Spectrometry Information

Instrument Type
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RDIBEHIZCDOWT
* Instrument Type (K 3.1.2) A FMLEEBENHEBD XA T
BEOZA T HREIFICIEETCEET, (Orbitrap (& ITFT IZHFEINTWWET)
* MS Type (B13.13) : YRXRRARZMLDOZRA T
G : MassBank Tl& MS/MS 2~ hL%E [MS2] Z~RZ kLEkRRLET)
* lon Mode (3.1.3) : EX7FEBHEAF
EHNTIBE L TLIEE W,
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Rl X0 A (3.13) ZFPCOE=ZX—EEZIZFAELT, BAHWIEAHY £
T, EmE%E FAMICScroll LTFzv 2% ALTLIEE L,

3.1.3 MS Type & lon Mode DIEE

MS Type
[an [ ImsPms2| |ms3[ Jmsa
lon Mode

‘:_:)Both ‘:_:}Posiﬂve ‘i@)Neg ative

o

NoHEEALT, BEEIY] (K3.1.1 A F) #7U v o358 BENEEFYET, ZOBRE
B Tl% caffeic acid & MS2 DT L7=85t 14 XA RR_R7 biAeHINE L7=(K 3.1.4),

3.1.4 @?‘é%ﬁ%o Keyword = “caffe”, Instrument Type = 13 types, MS Type = MS2, lon Mode = Negative

Search Parameters :
Compound Name: caffe

and
Exact Mass of Compound: 180.04226 (Tolerance: 0.1)
Instrument Type: ESI-ITFT , ESI-ITTOF , ESI-QIT
ESI-QQ, ESI-QTOF | LC-ESI-HITFT
LC-ESI-ITTOF | LC-ESI-QFT, LC-ESI-QIT
LC-ESl-QQ , LC-ESl-QQQ , LC-ESI-QTOF
MS Type: M32
lon Mode: Negative | Edit / Resubmit Query |
Results : 14 Hit. (1-14 Displaysd)
First Prev 1 Next Last (Total 7 Page) v Results End
- Name Formula / Structure ExactMass [n]
O & Qaffeic acid C9H804 180.04227
‘J 14 spectra e
First Prev 1 Next Last (Total 7 Page) 4 Resutts Top

HR2: BREGREZFL(RS27-O0EY b, BRHER (K 3.14) O EL¥FHICIFEREH
(Search Parameters”) A’FRR & N, THEDICTIFRRIER ("Results”) AFkRr I N F 7, Caffeic

acid D&, DFR L FEE DR, exact mass [ExFEZR L £, Caffeicacid #9471 L7z 14

B MS2 27 bILadH ) £9, "Open All Tree” (GRig#) . F 7213 Caffeicacid DETICH D

+ GRh) #2VU v o323 E, caffeicacid #0 L7z 14 BENZTND MS2 2R FILODEE

EALTO2FRRENET (K 3.1.5) . Fl& LT, Ao 74TE. ” Caffeic acid; LC-ESI-QTOF;

MS2; CE 20 ev; [M-H]-> . #27 Uv 2323 La3—F (MSBNK-Washington_ State Univ-

BML00729) D RZ~Y MLEEEYDIE, UTOREBICOLWTHARLIRRINET,

¥ ZDORRARARY MILVERIE LT-HE. ATEMRES. EFE

*  «Caffeic acid” D{bZ2EE. 1LEWT — &% X— X (CAS, ChemSpider, PubChem)® ID &5

*OOR NI T4 —DEOEY, BESTOREL., AERHE

¥ YRR PUT =R (m/z, ©— 7 BEDE)

INLEERLTAHAEL LY (KITEE) ,
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X 3.1.5. Caffeic acid Z 947 L 7= ESI-MS2 2= ~ JLEEE (545

Results : 14 Hit. (1 -14 Displayed ) Open All Tree
First Prev 1 Next Last (Total 71 Page) v Results End
L) Name Formula / Structure ExactMass ID
[ | B Caffeic acid CoHgO4 180.04227

14 spectra T
0 LC-ESI-QQ; M52 _CE10 WV, [IM-H]- MSBNK-Keio_Univ-
KO000510
O LC-ESI-QQ: MS2; CE:20 V, [M-H]- MSBNK-Keio_Univ-
KO000511
0 LC-ESI-QQ; MS2, CE30V, [M-H]- MSBNK-Keio_Univ-
KO000512
O LC-ESI-QQ; MS32 _CE40 V. [M-H]- MSBNK-Keio_Univ-
KO000513
O LC-ESI-QQ; MS2, CE:50 WV, [M-H]- MSBNK-Keio_Univ-
KO000514
O LC-ESI-QTOF; MS2: CE 10 ev; [M-H]- MSBNK-
ashington_State_Univ4
BMLOO722
0 | LC-ESI-QTOF;_MS2: CE 20 ev; [M-H]- | MSBNK-
ashington_State_Univ-
ML 00729

3.2. “Peak List” &% (X 3)

7

BERE : Query L LT IR ZARRI MIL] Z#ANTEE, TN RRARY FILERRT S
TENTEET, Query ARIMLEMD T AR ML THNIE, I RARYT MLEESZ
2EWH Query b EWMERL EHETEE T, INILEYRTEDRETT,

fELVA  “Peak List” (K13) #27 Vv o9 5L AhEE (K3.21) ARRINET,

3.2.1. PeakData ("XZX~_Z b)) DAS, 117121 =2 (m/ZzEeBtBEEEEADE
HTXY) >7-1&) Z#iE A (K 3.2.1) £7-1% NIST data format T2 AL £9,

3.2.1 “Peak Data” #(C ESI-QTOF TRIE L 7= MS2 7—4& % A7,

Basic Search Peok List Peaks ‘ Peak Differences ‘ InChikey | SPLASH

Peak List
Peak Data (m/z and relative intensities(0-999), delimited by a space)

789573177

96.9685 117

1110189 26

150.9787 20

158.9238 44

2102995 90

241.0098 161 Example1

272955392

280.0207 73 .

320976370 " Example2
Cutoff threshold of relative intensities Number of Results

»Peak Data” S AOT (¥ 3.2.1. F¥A) »Cutoff threshold of relative intensities” D& %
30 G : E—2o@E% 1~999 THRR LB EENED 30 L LD — 7 THRER) ,

R 3 : Cutoff threshold” DH#EEEIZDUNT : ”Peak List” 3 Tl& Peak Data” #IC AN
Lizt—72 (= AKX hAF>) 22T query ET25bIFTlEHY F8A, ASILTZE—7
D55, BEXBEA 7Cutoff threshold” &V HRKEHE—2% query & L £, HHEED
RERE—7E. DI LAY EEBR O 2 HBHARZ R EEEICAKL TVWET,
»Cutoff threshold” ®fE% 200, 100, 50 IZ L T “Peak List” %% 3 2 &, {LZ2EENLELIL

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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TALEYDIRBRER D LAI% 56 % &@E7 “Cutoff threshold” EAH 5 Z &b H Y £7,

3.2.2. DWMEHED AN, AN/RXT A —=%1F [312 DWEEDOAD (WEER)] #5&(1CL T
{72 & W, Instrument Type & query DY X AR bILEAIE L= REEER—H 5 W I
FAUL=bD0%EEIRLET,

1321 RRRAZ FL] & [322 Hii&kt] 22BALT. (0321 BF) %7
Uy o9 bEmRMVEFEY 9,

R 4: Query ITB/-w RARY MLDIRER: ZDIRZEIE MassBank [CEFINTWELETOD
TVRARY PILEBRBRFNRE L TWEDITTIEHY T8 A, £T MassBank ICEFINTL
BYRARANRY LD B, [3.22. DNEHDAN] ZHlcd Y AXT PLDOEEIMELN
F9. COEEERBEONRELET,
CDEEDHEHID]IDDTARARY FLE query DY ARARYT hLE (1:1 R7T) L
T, $LE% score (1 >score >0) & LTEHIIL £, XRT7HET. BEEVRKEBRAFT D m/z
EA—ZL T, ZOMTEBEBHM TS & &2, score FELUE) IFREL<AY FT,
RICEEARDBID 1 DDTRAZARYZ hLE query D 1:1 R7ICOWTEELMZEMHEL £ 9,
INERY)ERL TEARDETRARY FLE DBELMDTMAERZ D L. EERDTRANR
7 PLEBEUEOSWIBICHEUER T, £ 20{kEamEHAL £ ([3.23 BRER] ) .

3.2.3. REHFER
BRENED S (10 DU ENr D 2HELHY £9) L HNBENFREINET, HOBEEO L&
IZquery DY RZ~RY ML (K 3.2.2) B, TERICBITWA YRR MLOBE, (L&Y
Dz, HFRBEN score IBICFERENET (K 3.2.3) ,

3.22. Query & LTAN (®321) LEYRZARYZ LD, ZOTRAARY FILIESH
&<t (ESI-QTOF, MS2, Negative, Precursor ion = m/z565) T8 b7z, Peak # = 12,

Query :

1000

» 800.0

2

S 600.0

B

S 400.0
200.0

0.0004 | . 1 l I | l
50.00 100.0 150.0 200.0 250.0 300.0 350.0 400.0
m/z

RDINT A —ZEHT “Peak List” F% $ Z 7% > 7=, Cutoff = 30, Instrument type = ESI-
QTOF & LC-ESI-QTOF, MS Type = MS2. lon mode = negative,

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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3.2.3. BREEDH A, Score [BERI 6 A7 L IFAEFR, GHERR 3943 #)

9

) Name Formula / Structure Hit Score
[J | UDP-glucose; ESI-QTOF; MS2; NEGATIVE; [M-H]-; CID; 40 V C15H24N2017P2 10 0.9999
() | UDP-glucose; ESI-QTOF; MS2; NEGATIVE; [M-H]-; CID; 50 V C15H24N2017P2 7 0.7927

Uridylic acid, uridylate, UMP, Uridine-5'-monophosphate, [(2R,3S,4R 5R)-5-(2.4- N
() dioxopyrimidin-1-yl)-3,4-dihydroxyoxolan-2-yljmethyl dihydrogen phosphate, U 5-P; LC-ESI- CO9H13N209P 4 0.7875

() | Uridine 5-monophosphate; | C-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]- CO9H13N209P o~ 4 0.7875

) i E ey e | C19H24N2017P2 10 0.6023

diphospho-glucose disodium salt, UDP-glucopyranoside; LC-ESI-QTOF; MS2

[J | UDP-D-glucose; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]: C15H24N2017P2 10 0.6023

Score fEDO AN THEUMAHIT 2D TIER <, B EBELFH O 214 V52RO
175, BREICE>T query DX ARRY FLEHAEINZTRARARY MLELE, BiTT5 2
EDBETY, ERD query ¥ RAZA XY bILEEZ B{bE¥IE. ESI-QTOF TH#H L7z MS X
~ 7 b (MSBNK-MSSJ-MSJ00792) TERR SN 7=A F > [M-H]" (m/z565.0483)HF & L
C. UDPglucose L RIES X d (MSBNK-MSSJ-MSJ00793~798) ,

i 5:7Peak List” BRZMEYREICHAWS & EDEE, Query MRFMLEYD ESI-MS2
AT R TH D EE "Peak List” RRIFMCEVREDERLFETT,

RKIMLEDICECEENMES L-BEXI’H L E, CNoBECEHEIIRS ICHEEE (=
collision energy HV/IN& WO THREE) 2D T, RAMELEH D ESI-MS2 X7 kJLIZH
FAFUDPERINGWZ ENHY £4, ZDK 5% ESI-MS2 X7 FL% query &L
T ”Peak List” %R 3 2 &, HECOEEIREE L 7275 Y D1LFEEE S (aglycone) d ESI-MS2
ARG PVHFELURART FLE LTHAINE S, ZDRER. RACEYDOHEZRD Z LIS
mh)hhEEA,

CORY AT EIAELE LT BEIXRLF—DoEmIr/ILF—FTOD collision induced
dissociation (CID)&H TRIE & N7-EH D ESI-MS2 ZX~Z hJL% query & L T”Peak List”
BMRTBHIEE, ESIIMS IR PILTAELTOFAF V2R L THELZE, 2BHET,

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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3.3. “Peaks” #®%& (X 3)
HEe: 1-6@DE—2 (A4>) Zquery £ LT, Zhod [2TEH] (m/ZzEHH—E,
MEEDEWNIERTE) SNTVWEYRAARYT MLERRLET, HIBDFEEEE
OB E—27% query £ LT, ZDEDMEFEEZETHLEYMDOTRZAY MLZMH L7
W& EI(Z "Peaks” BERITHELFE T,

Hik “Peaks” HR&x¥v (M3) #7Uv o3 5& query AAEIERREINET (X3.3.1) .

Query E— 2 D m/z{E% Im/z) 812, £7-1% query E— 27 OHF (B % <) % [Formula)

BWICANTBE mzEBICBEIEBRINT Im/z] BIEIZASNET, ADBORTERICH

% [Rel. Intensity | IFIEMEEDR/IME (I L WA EENKERE - 2 BRRTRET S) .
[Tolerance]| | query ® m/zEDFFRERE. ZZNZTNEELET,

ROBITIE, BBAF > m/z255.0652 HEAIEN TS ESI-MS2 Z~X7 bLziRFEL £7,

3.3.1. BaA # > m/z255.0652 % query & L7- » Peaks” & A HEIMH,

‘ Basic Search ‘ Peak List Peaks | Peak Differences [

Search for Peaks

mfz Formula

ANCw | 2550652

AND

AND

AND

AND

t+ ¢ 440

AND
Rel.Intensity Tolerance

100 0.01

(Rel.Intensity >100, Tolerance = 0.01, Instrument type = ESI, MS Type = MS2, lon Mode = Positive)

REFERZK 332 (RR=2) ITRLET,

iR 6 : MassBank Tl&. "Peak List” BRZHRWT, EHEINBMLEMORRDIEE ILRER
NABE IXBERLIHY FHA, FLDHITEHMED 7 P “+” BREDIESTIFLEDHDOAH
AEN, ROTIEYELIEFE. L7 7Ry hTlELE2Hb0PEHDESNET,

10 Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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3.3.2 “Peaks” BZ=EDHNER, 44 &% ESI-QTOF & LC-ESI-QTOF TH#7 L 7= 162
B ESI-MS2 ¥ R XY MILT m/z255.0652 A F VU HEBINTWBEZ &AM Y £,
(KHTIEAR=ZDHFI D= 48 L EHD 5 B 3IEaMIE T ERRLTWET)

Search Parameters :
m/z: 255.0652 Rel.Int: 100 Tol.(unit): 0.01

Instrument

Type: ESI-QTOF , LC-ESI-QTOF

MS Type: Ms2

lon Mode: Positive
Results : 162 Hit. (1-110 Displayed )

First Prev. 1 2 Next Last (Total 2Page) v Results End

(] Name 4 Formula / Structure ExactMass ID
O 2',3',6-Trimethoxyflavone C18H1605 - 312.09976
1 spectrum y L
O 2',6-Dihydroxyflavone C15H1004 254.05791
2 spect e
) G
Y
0 3',7-Dimethoxy-3-hydroxyflavone C17H1405 298.08414
1 spectrum

3.3.3 m/z255.0652 4 #+ v HMEEB I N1 EY DL FHEE
(481D S5 b 1314EaWEHRLTUVET)

B sl

~ ] b

AF > m/z255.0652 HERE IS &, flavone 2L FHEE L T 2L EMTH B RIEEMHED
SWZEAHLAMY ET,

R 7: “Peaks” BRIIHT->TDEV b, BOMEFEELZFEDIITAA AV OBREITKRER
E%x & BDMERAHLPDHY £F, ” Peaks” BED AN (3.3.1) I2Hh7->T. "Rel.ntencity” {E%
>50 (>5%) . Tolerance” %=/ &< (0.0056-0.01) LEL &5,

iR 8: Peaks &R (RE®D) MER

N EF% 3EEC~T AREMRIKEE TH S adenine FEED ESI-MS2 X~<7 ~ L% AFE
L7z & & m/z94.02 ICIESTREA K E B E— 7 AEAIEI L E L7z, Adenine FE{AD ESI-MS2
ARG PLTEASND E—F ZFMICHIT LI 2 A, ZDAF 2 1E CAHAN3 A > (m/z
94.04052) tH#EEINFE LTz, ZI T, tiO~TOREMNRRILEY (N>3) THLZDAF >~
MERENTVEHESIHARELS & LTA A > m/z94.04052 % query & L T “Peaks” 1R

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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s MassBank

L % L 7=(Rel.Intensity = 100, Tolerance = 0.005, Instrument type = (LC-)ESI-ITFT & (LC-)ESI=QTOF,
MS Type = MS2, lon Mode = Positive), 77 {t&¥% 7247 L 7z 280 f D ESI-MS2 X <7 hL T
query 4 * > (m/z94.04052, #x3@E 100 U E) AEHAHENhTWE LTz, TN DILEHD
tZEEER2L. NREFAEENTOWAWNMEEELEENTWE L (K3.34) ,

3.3.4 CAH4N3+(m/z 94.04052), C6H60+( m/z 94.0413)1 # v HEIR I N/t &¥EE %
RLET, TTEHD S5 B 38 1LEYIE C6HE0+ A F > 30 1bEMIE CAHAN3+ A F > &
ELE LT AHTIEHINSDALEMD S B, 18{LEYDLEEEEFIRLTWET, &Y 9
ftEmliznwInrsHEcTEEATL,

& 7 OH P x e
| o o N A
og A W ) .
| HO o 3 O A A A

f/\vr;ﬁ
P . - A -
' ShRe b K

C6H60+ 381t &%

NH, OH ;‘ | . ' < ‘ ,J\;r,». - ] )
N7 TR N NF A : S/ @i \\ | (N | 7‘/[;”
§ > P Wles r Jl || A

N S LIy ol

N

CAHANS+ 30168 | | i | Ji"%' j;\(;

ZHE CAHAN3Y A * > (m/z94.04052) & C6HEO+4 # > (m/z=94.0413) HBIERZEIC &
S TR TERD27=HHTT, Relntensity =50~500, Tolerance = 0.01~3 OfEAEHE
Zr T T7Peaks” BFRAE B T WE L7=H . CAHAN3 1 F > (m/z94.04052) & C6H60+ A #
v (m/z94.0413) XA TEBZEEEZRDOITHZLIITEEFHATL ., LEYMZRHEOITS
AFVE BEPRZEVHDZES EZDFDL D RBRDELY ZBITE I ENTE 2HE
nHl 9,

Peaks IRBRDHEFE

MassBank TIE7'BX Y bAF > DRERBREEICHDTFAZ(TE5T % chemical annotation 1F

EZT>TWET, 2D annotation hEEITNIL,. 7K b A F > DD FREZH LTz "Peaks”
REAAEICHY £T, EDFIDOLSIC mZEMEELTWTH, 2 FRAPELL7AKXT k

AF v ZXFLTHRETEHIENATEET,

12 Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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3.4. “Peak Differences” &% (X 3)

13

KEEE « PMUREEDFOEES query & LT, mZzDEMN query EFEL W2 DD E— 7 HERIX
NTWERRYT bMLEETHAOLEYT, FUHRBES FIMEEED—EE L TEENZLEY
EIRHT B ENTEET,

Ak vm/z7 BICEBED F D exact mass fEA AN L £9, 71 Formula #IChBED F D
NFREANNT S & exact mass [EXFHE L T, exact mass {BIC K 2HERRE L £T,
Mass Spectrometry Information H AL £9, K 3.4.1 [FECHEAD FZ D47 L7z ESI-MS2
ARy bLOBREEERNE LTZADBITT,

3.4.1 “Peak Differences” &&= A 14,
Hexose Eo#EfAA (Bik x££ ) nEf%s L7= ESI-MS2 X =2 FLAERL £, Formula:
C6H1005, Exact mass: 162.05282, Instrument Type: (LC-)ESI-ITFT & (LC-)ESI-QTOF

Search for: =+ Mass caleula
Basic Search Peak List Peaks Peak Diffarences ‘ nChikey SPLASH
Search for Peak Differences
mz . Fomuo
AND v  162.05282 4= CGH1005
AND &
AND &
AND +
AND +
AND *
Relintensity Tolerance

(Rel.Intensity = 100, Tolerance = 0.005, Instrument Type = ESI-ITFT 7 &', positive mode)

X 3.4.1 DHFRER 303 LEWEBE L7z 713 ESI-MS2 2 <7 bApEHENE Lz (KL
B . TS DILEYD S b 242 {LEYIL glucoside, rhamnoside, mannoside, galactoside
BmED~NFY —RAEEECEH T LA, KY 61 LEaME~FY —RBEZE2E TR LML
AT LT,

R 9: 1 D2DOTRARY MILICIEZHOE =PRI NTUVET, EYARXRY MILTH
RINIZE—TDORTETITOVWTEZTEL T, query E—HTBATRRART PLEHAL
T, TEBHEAEECTI-OOITRMPMNATT, TOLHOITRFERICKL X
9, “Rel.Intensity” & (Z%ZFET 2 — 7 T OENEE) 2 K=< (>100) . Tolerance”
B (ZEZBET 28— T D m/z{B) /N < (<0.005) L£9, THIC ”Instrument Type”
TIEBDEERA TZRBIRLET,

TDEIICTRILICE > TRERBOEMREBRRBEDA LTI NET,

R 10: ~F¥v —2X (C6H1206) ZRh'MEEEL TERT DA F > D m/zix, C6H1005 721F

MEL<mY)Ed (K 34.1) .

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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3.5. “InChlKey” #&%
HEE - (LAY EEEIEIEERR L7 InChl Z, hash BT 24 XF (L7 7y k) IC
FHL7HD% InChiKey EM £ T, InChlKey DET¥ 14 XFTCRFOFEEBEGRE. #%E 10
XFETCIUFEFREERBLTVET,
InChlKey O 14 XF/-1TTHRRT 5 &, ZEFEAD trans, cis PILIAMEFENRA B DR
FOWEABERIZIDPRE—DIEYDTRAZARY ML E—ZFIZEET 2N TEET,

% 11 :InChlKey DEXSAiE, ChemSketch & DY — L Z A WT, (LAY DL G % #
= ¥9, XIZ (ChemSketch TIZ pull-down menu #*%) Tools”, “Generate”. ”InChl for
structure” DJEITEIRT B & ”InChl” & “InChlKey” AA&RRENE T, H 5 L (L PubChem

ChemSpider R EDILEY T —Z X=X TILEMEZIRRT 5 &, ZDILEYD ?InChiKey” H
BRINET,

Bk ?InChlKey” %Z3#A T, ”InChlKey” #8IZ InChlKey F7-1& InChlKey DOFI¥ 14 XF%
ABALET, ZDOTICHD “Mass Spectrometry Information” THOHEHEZEVE T,

3.5.1 InChlKey A#f, L-Glutamic acid @ InChlKey ZAALTWE T,

Basic Search Peak List Peaks ] Peak Differences InChiKey SPLASH

InChlKey

InChIKey (complete or parts)
WHUUTDBJX JRKMK-VKHMYHEASA-N Search

Mass Spectrometry Information

Instrument Type Instrument Type

= EI-B = [ Jee-est-Tor (LC-)ESI-ITFT [ lapci-Fr
= (LC-)ESI-QTO :
[ Je-eses Mesi-er MS Type [ lapcr-rrror
| lec-e1-BE [ Jesi-rrror MS2 [ lapci-o

Jec-E-q [ Jes-arr lon Mode L -8

| Jec-Er-oq [ Jesi-aq Positive cI-Q
[ Jec-E1-TOF Pdesi-oroF [ JraB-B

K 3.5.2 ¥%4EER, L-Glutamic acid @ ESI-MS2 x~27 FL 9 HEAERINE L 1=,

Search Par: S :
InChIKey:i WHUUTDBJXJRKMK-VKHMYHEASA-N |
Instrument Type: ESI-ITFT, ESI-QTOF , LC-ESI-ITFT
LC-ESI-QTOF
MS Type: MS2
lon Mode: Positive

\ Edit / Resubmit Query

Results 9 Hit. (1-9 Displayed) | " OpenAll Tree

First Prev 1 Next Last ( Total 1 Page) v Results End

‘ m Name Formula / Structure ExactMass ‘ D
O L-Glutamic acid C5HINO4 147.05316

9 spectra

14 Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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R 12 tEaPRICL2BE (3.1) & InChlKey ICL 21K (35) 0EWEZHFIRL£T,

sl MassBank

Wb ”Mass Spectrometry Information” D/X5 X —% (R LTI,

3.5.3 1t&¥%4 L-Glutaminc acid (2 & % ”Basic Search OB Z=EE,

8{tEaY). 32 ESI-MS2 Z~_7 fLHABHENE LZ(EHTIED b 4 LEMERT),

Search Parameters,
Compound Name:| L-Glutamic acid

Instrument Type: ESI-ITFT, ESI-QTOF , LC-ESI-ITFT
LC-ESI-QTOF
MS Type: Ms2
lon Mode: Positive Edit / Resubmit Query
Results 132 Hit. (1-32 Displayed ) Open All Tree
First Prev. 1 Next Last (Total 1Page) v Results End
0 Name Formula / Structure ExactMass | 1D
] Ac-Glu, N-Acetyl-DL-glutamic acid, N-Acetylglut C7H1INO5 189.16701
1 spectrum N
L
[ | @ DL-Glutamic acid C5HINO4 147.05316
3 spectra o
« 'Mw - X .
(] | @ Indole-3-acetyl-L-glutamic acid C15H16N205 304.30200
13 spectra
[ | B L-Glutamate, Glu, 1-Aminopropane-1,3-dicarboxylic ... C5HI9NO4 147.13000
1 spectrum J\( L_

3.5.4 InChlKey @I+ 14 3X=F “WHUUTDBIXJRKMK” 7% F UL 7=

54EM. 31 A7 bpREINE L,

Search Parameters .
InChlKey: IWHUUTDBJXJRKMK

Instrument Type: ESIHITFT, ESI-QTOF , LC-ESI-ITFT
LC-ESI-QTOF
MS Type: Ms2
lon Mode: Positive Edit / Resubmit Query
Results | 31 Hit. (1-31 Displayed )I [ OpenailTree |
First Prev. 1 Next Last ( Total 7 Page ) v Results End
(] Name Formula / Structure ExactMass ID
[ | @ DL-Glutamic acid CEHINO4 147.056316
3 spectra
[ | @ Glutamate C5HONO4 147.05316
12 spectra
) | @ Glutamic acid CSHSNO4 147.05316
6 spectra
A
] | @ L-Glutamate, Glu, 1-Amii P 1,3-dicarboxylic ... CEHONO4 147.13000
1 spectrum "
) | @ L-Glutamic acid CSHSNO4 147.05316
9 spectra

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
©2024 Mass Spectrometry Society of Japan

?InChlKey” BZROFER,



3.6.

16

s MassBank

L-Glutamic acid B3&E®D ESI-MS2 X~R7 hLZERRL7HER. K 3.5.2,3.5.3,3.5.4, ZHK

THERDZ EDL DL FT,

* L-Glutamic acid @ InChlKey #AW/=#&% (K 3.5.2) TlE, L-Glutamic acid ® ESI-
MS2 ZR7 hLiZIF DRI INTULE T,

* &4 (L-Glutamic acid) ZFI\\7z “Basic Search” (C& 5% (X 3.5.3) Tl&. L-
Glutamic acid 725 ¢ <, 1AW IC “L-glutamic acid” #&E8TL{LEW 2 2HREEINT
WEd, LA L. L-Glutamicacid Z#tFHEE L L TREOLEYLPETREINTWS D
lTTlEH Y £H A,

* L-Glutamic acid @ InChlKey DFj# 14 XFIC L 5K (K 3.5.4) Tl. L-Glutamic acid
WA F I 5 7= Glutamate > DL-Glutamic acid @ ESI-MS2 27 b HIIATW
£9, ZOKTIE L-Glutamic acid #*2 2dH W £3., T o 2&FEB (MSBMK-
RIKEN_ReSpect-PT102720) . 1t&%Z A L-Glutamicacid TH % H D DL EEIFHR
DL-Glutamic acid (ICH>TWET, EBELAELWLADIFHBITEZENTEEFHA,

“SPLASH” &%

HBE - SPLASH @RI H B VX RARZ L% query & LT, &<FA— (E—2D#. #hoHo
m/z B ENBEDLTH—HT D) ODTRAARY MMLAEKRRT Y —IILTF, SPLASH & (Z
TRAANRY ML%E hash BECERIBLAZHDTT,

— DL —FHERRAFETIESIFIFEAEDY) A,

AL “SPLASH” (R13) #2 YU v 2o d%& query AN AERENET (K3.6.1) ,

3.6.1. “SPLASH” &%, Query AAHH,

Keyword Peak List ‘ Peaks [ Peak Differences [ InChIKey l SPLASH

SPLASH

SPLASH

splash10-0ukl-0497000000-83f8c283¢f428005ba2d X m

(#&Z% : Instrument Type = El & Others. MS Type = MS, lon Mode = Positive)

3.6.2. RFMWEREH N, EL<REEINF LT,

] ‘ Name Formula / Structure ‘ ExactMass ID
[1| E (R)~(+)-Limonene C10H16 136.12520

1 spectrum \QT
O APCI-Q; MS; positive; APCI; H+ MSJ00080

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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sil] MassBank

Accession ESIC LB L a— FORTR

HRE: MassBank @& L 00— FIZIZEB D Accession &= (R 13 #281) A5z ohTL
F9, YRRANRY LD Accession BEBFZFH->TWB EE TRRARY MILEEDHTL =1L
EBYDIFEEDIR, A RT—REE—IT—ZHWETRRTDIENTEEXT,

Fik  BRBER=—IPHEAR—TICVW B L EITIE, BRH D WVEBRBEROEXRNP VTN TH -
TH, =0 LEICANF (CAccession | GO”) AEERRTINTWEST, #lZIX. BAE
ENMFEENUNE LT X ZARZ FILD Accession HE ("MSBNK-MSSJ-MSJIxxxxx>) %
“Accession” 1 (FHW) ICEEALT, GoRg>%2 27Uy o LET,

4.1 Accession ESTLEALTC. @M= Vv o7 LET,

WIMassBank  Search  Contents  Download | MSBNK-MS: More ¥

Search for:

Basic Search Peak List Peaks Peak Diffei

ACCESSION &HSDRZABEHI LD TAN LTE. "MSBNK-MSSJ-MSIxxxxx”., HFENTL
FOETH, ITLETCHEEZALET,

B 4.2 FEAHL “MSBNK-MSSJ-MSJ003457, DL a— FHRRSNET,

Asymmetric dimethylarginine; ESI-QTOF; MS2; POSITIVE; [M+H]+; CID; 20 V

Mass Spectrum Chemical Structure
1000
NH,

» 800.0
s
é 600.0 HO N N
5 400.0 Y ™~
< 200.0 |

0.000d I il ‘ (0] NH,

50.00 100.0 150.0 200.0

metabolomics-usi visualisation

ACCESSION: MSBNK-MSS]-MS]00345

RECORD_TITLE: Asymmetric dimethylarginine; ESI-QTOF; MS2; POSITIVE; [M+H]+: CID; 20 V/

DATE: 2020.11.12

AUTHORS: Atsushi Yamamoto, Faculty of Environmental Studies, Tottori University of Environmental Studies, 1-1, Wakabadai-kita, Tottori City, Tottori 689-1111, Japan.
LICENSE: CC BY

COPYRIGHT: Atsushi Yamamoto, Faculty of Environmental Studies, Tottori University of Environmental Studies, 1-1, Wakabadai-kita, Tottori City, Tottori 689-1111, Japan.
COMMENT: The sample was injected by direct infusion.

COMMENT: This record was created by the financial support of MEXT/JSPS KAKENHI Grant Number 20HP8016 to the Mass Spectrometry Society of Japan.

R 13 : Accession EEx [MSBNK-FF /I —7LZ%E- L 00— FES| tEHEINEFT, A
KEBENTFEEMSSHAZEFH L 7L 3— FIE“MSBNK-MSSJ-MSJxxxxx” T9,

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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R 14 : MassBank L I— FORRIBEICIEUTOLDAH Y £,

* Accession HFS, YRR~ FILOE (RECORD_TITLE) | #BftEHRE

* O L7 EmoLE. LFEEEER. CFEWET -2 X—XIIEITB IDESHE
*LC-, GC-MSIEICAW:-2 AX b 274 —Dh T L, BHEHRE
*FYRANRY bV ERAE LTcariksR . A F k. A F o omsRa s

¥ RRARY LT =R (BEAA YD m/z L8E, BNEREOHE)

TRAARY MLT—=ZUNDED L TX T —%] EfBFRENE T,
LO—REXRRLAEZICENDE RIS MLREEBEDRIE, La— RIZE- N TL
ZDTIERLT, E=0T—REXEZT =2 BHETEL T web browser 2R RLTWET,

“MassBank Record Format” OFEfliZ E K & 5tBA X GitHub ICH Y £ 5,
(< https://github.com/MassBank/MassBank-web/blob/main/Documentation/MassBankRecordFormat.md>)

. RRARY FIVRDILEK SN E E— 7 IRERDEIRTR

TEEE - MassBank TIEZHRABERY —LZREHELTVWET, ThoDBRRICL > TH LN
LaA—RAXRRTDE, BT TRRARY MLEARRENET, ZORO—PAEILAL T, €&
— VO E BB O ORI NTVET, COBRESEZHBLES,

5.1 ZHD b — 7 PRI N TS MassBank L 31— Ko,
(ZOMIFFRTRENLET—2D—EBLE T ZT YIRS DTY)

dMassBank Search Contents  Download Accession - More W

ACCESSION A* MSBNK-MSSJ-MSJ00345
La—FRoHwlU—hrRRENET,

=
|Asymmetric dimethylarginine; ESI-QTOF; MS2; POSITIVE; [M+H]+; CID; 20 V |
10004 NH}
o 8000 | iméz: 1160701 | 1]
§ sooo | (Abundonce:885.0000; Ho %{W~
5 400.0 |
< 2000 | | N | o NH, o)
00004 | : L .
350.00 100.0 150.0 200.0
mz +
YIVRADA—YINaE—7DEIZEL &
o — @
ACCESSION: MSBNK-MSS]-MS]00345 m/z i & ;(\ e ‘575\ X
RECORD_TITLE: Asymmetric dimethylarginine; ESI-QTOS / ﬂ_ 4@ Tgﬁgﬂ_ 4EE7J—\ ;h' i j—o
DATE: 2020.11.12 3
AUTHORS: Atsushi Yamamoto, Faculty of Environmental Studies, Tottori University of Environmental Studies, 1-1, Wakabadai-kita, Tottori City, Tottori b

TRAARYG MILHOE—7D HICH—VILEELE, ZOE—27 DO m/z{BEBURENERT
anEd,
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TYRDERZVAEBLEASTAARY MLEO—REEFLTCED &, FOEED x oM
(m/z %) &y 8 (MENERE) "EhFhniikanzd (K 5.2, ®5.3) ,

52 “RARY FIVHO—EEHRFTRS H8EEVIVRATEELE T,

dMassBank  Search  Contents Download — Accession - More ¥ > Q
- - .. h
Asymmetric dimethylarginine; ESI-QTOF; MS]
NUADERZ WL »
1000
R e
» 800.0 BB EZHEETS, | 1]
§ 600.0 M, N\
o \
5 4000 " \g/ ~
< 200.0 0 NH,
00007 rogo0 00.0 50.0 2000
X 100. 150. .
miz 4
metobolomics-usi visualisation
ACCESSION: MSBNE-MSS)-MSJ00345 GD
RECORD_TITLE: Asymmetric dimethylarginine: ESI-QTOF: MS2; POSITIVE; [M+H]+; CID; 20 V
DATE: 2020.11.12 [g}
AUTHORS: Atsushi Yamamoto, Foculty of Environmental Studies, Tottori University of Environmental Studies, 1-1. Wokabadai-kito, Tottori City, Tottori ¥

K 53 HEKL/ZYRANRY MUALRTE—7 D m/z EIEXPREDEZFRTT 5,

im] @ Asymmetric dimethylarginine M- X | o g X
&< O ) httpsy//massbank.eu/MassBa.. A & g By ® @ = & o= @
-
WIMassBank  Search  Contents Download = Accession - More'¥ Q
=
Asymmetric dimethylarginine; ESI-QTOF; MS2; POSITIVE; [M+H]+; CID; 20 V
Mass Spectrum hemical Structure »
000 E—0D m/zfE CAENRE T |
g
2 3000 HO. N N\ ':I
£ 200.0 \\{
3 M,
= 1000 ‘miz: 1150874 e} NH, &
0.000 i Abundance: 135.0000}
1100 M 2 140. 150.0 160.0
m/z +
metabolomics-usi visualisat
ACCESSION: MSBNK-MSS, GD
: -MSS)-MSJ00345
RECORD_TITLE: Asymmetric dimethylarginine; ESI-QTOF; MS2; POSITIVE; [M+H]+; CID; 20 V
DATE: 2020.11.12 3
AUTHORS: Atsushi Yamamoto, Faculty of Environmental Studies, Tottori University of Environmental Studies, 1-1, Wakabadai-kita, Tottori City, Tottori v

TRAARY MIVIEARRIEZY T A TRAIBRZER TV Yy 0T 5LTOY A4 XICEY 7,

6. MassBank 7—# O#istH1E#R (“Contents”)

AR : MassBank ICIZFEARE EU DRIV —TH BT RARY PAPREINTVWET, &
MRIN—TZEIREENTZART MV T -2 % Ro BEDIER XA TTLICZART K
WTFT—RERBHZENTEET,

Hik: K2, x=a2—] ® “Contents” #2 1) v 7 ¥ % &“Record Index” MFRINF
9, Record Index & “Contributor” & “Instrument Type* ICH¥EL 725t ICA > TWET,
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M 6.1 IRITIL—TEZEROAINETITIRELIZIARS LT —

R R

Search Download Accession - More'w

LTWEY,

«IMassBank

Contributor AAFC (950) Fukuyama_Univ (340) Nihon_Univ (705)
ACES_SU (271) GL_Sciences_Inc (174) Osaka MCHRI (20)
AGILENT (63) HBMAEU (3204) Osaka_Univ (449)
Antwerp_Univ (1762) IPB_Halle {(677) PFOS_research_group (413)
Athens_Univ (5633) ISAS_Dortmund (339) RIKEN (11935)
BAFG (19783) JEOL_Ltd (44) RIKEN_IMS (1139)
BGC_Munich (903) KWR (207) RIKEN_NPDepo (1956)
BS (1318) Kazusa (273) RIKEN _ReSpect (4640)
Boise _State Univ (4) Keio_Univ (4780) IEMB_M.QQiuL&d(ll) |
CASMI 2012 (26) Kyoto Univ (184) Tottori Univ (16)
CASMI 2016 (622) LCSB (5546) UFZ (3242)
Chubu_Univ (2563) Literature_Specs (39) UOEH (35)
EPA (2507) MPI_for Chemical Ecology (691) UPAO (12)
Eawag (14366) MSS| (2739) Univ_Connecticut (510)
Eawag_Additional Specs (968) etabolignts (58) Univ_Toyama (253)
Env_Anal_Chem_U_Tuebingen (128) Metabolon (149) UoB (56)
Fac_Eng_Univ_Tokyo (12379) NAIST (621) Washington_State_Univ (2626)
Fiocruz (1107) NaToxAq (3756) Waters (2992)

BAE EUD D AR L—THRIYRRARY LT —2%ZRHHELTWEY, BREESTF

= (MSS)) I ThExTIc

2,739 DT RARY FILERE L £ L 7=,
MassBank (SMB _Measured) Z)L— 71 DDABIE LA~ RARA_RT LEABELE LT
NEDOTIN—TZ% 0 )y 95BN

—

TAARYZ MILT— R DFMAFTTRINET,

X 6.2 “Instrument Type” T#48 L 7= MassBank L O3 — K o #izt,

#7 L < Shin-

-

—

Instrument Type : APCI-ITET (69) ESI-ITTOF (7) EI-B (1) LC-APCI-QFT (130) LC-ESI-QQ (9615)
APCI-ITTOF (1) ESI-QIT (1) GC-APCI-QTOF (475) LC-APCI-QTOF (633) LC-ESI-QQQ (1956)
APCI-Q (3) ESI-QQ (12) GC-CI-TOF (1) LC-APPI-QQ (287) LC-ESI-QTOF (47917)
CE-ESI-TOF (20) ESI-QTOF (3355) GC-EI-BE (10) C-ESI-FT (56) LC-ESI-TOF (633)
CI-B (796) ESI-TOF (128) GC-EI-Q (81) LC-ESI-IT (664) MALDI-QIT (1)
co @) FAB-E (26) GC-EL-QQ (76) MALDI-QITTOF (14)
EL-B (11810) FAB-BE (15) GC-EI-TOF (1179) LC-ESI-ITTOF (262) MALDI-TOF (17)
EI-EBEB (12) FAB-EB (5) GC-FI-TOF (128) LC-ESI-Q (2738) MALDI-TOFTOF (44)
EI-TOF (2) EAB-EBEB (172) LC-APCI-ITFT (50) LC-ESI-QFT (16207) SI-BE (1)
ESI-ITFT (62) FD-B (41) LC-APCI-Q (12) LC-ESI-QIT (413)

MS Type MS (20660) MS2 (98525) MS3 (929) MS4 (70)

lon Mode NEGATIVE (34643) POSITIVE (85541)

Compound 0-9 (22347) D (7897) H (2571) L (3857) Others (2343) S (5471) W (141)

Name A(7211) E (3709) 1(3975) M (6672) P (11130) T(7415) X (177)
B (4715) E (4416) ] (226) N (5767) Q(947) U (427) Y (78)
C (8538) G (3068) K (1416) 0 (2335) R (1917) V(11386) Z(282)

| Unique Spectra : 120184 |
Orbitrap (LC-ESI-ITFT) TRIE L 7L 32— KA 20,038 hd 5 Z & . MassBank [ZIEEET

120,184 ¥R AT A EHRK, REINTWS I erbhrl £,
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