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sil] MassBank

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

X 1. MSSJ MassBank.jp ® Home _—IHARRINF T,

#WlMassBank  Search  Contents  Download — Accession - More' ¥

MassBank

High Quality Mass Spectral Database

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

or email.

News

Dear friends of MassBank,

Update 30 August 2022: Welcome to our latest MassBank system version 2.2. We introduced the new MassBank Accession schema. For reference, visit the section
ACCESSION in the MassBank Record Format. In the case, you observe any problem with MassBank or third-party services due to the new Accession, do not hesitate tq

contact us.

Update 14 December 2021: We are excited to announce the new MassBank data release. We added 3251 new mass spectra of 304 compounds contributed kindly by
Eawag, University of Antwerp, University of Athens, Mass Spectrometry Society of Japan, and INRAE France. The release version is 2021.12 with the DOI:
10.5281/zenodo.5775684.

Update 14 December 2021: We are excited to announce the new MassBank data release. We added 3251 new mass spectra of 304 compounds contributed kindly by
Eawag, University of Antwerp, University of Athens, Mass Spectrometry Society of Japan, and INRAE France. The release version is 2021.12 with the DOI:

2. Y —NnPIRHT I —EREFXFIB=a 70BN

2

2. MSSJ MassBank.jp Home [B&E

WMassBank  Search  Contents  Download = Accession - More V¥

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

MSSJ MassBank.jp " — /A2t 4 24— X ZRD 5 DT,
(1) “Search” $ELIT R ARYT FILDBRBERLTRAARY MILED LML EYMEREL X,
2) “Contents” W RARARY FMLAERMH L7 L—7, BEBEAEOFEFEAEFRRLET,

(
(3) “Download” ¥ X RA~_% b7 —FEF 7z14—EB% download L 9,

(4) “Accession” L 3—F ID BEEZANLTIRARARY PILEFRRLET,

(5) “More” NIST 7 —RFERICERT 2, Y—N"ZA VR =T B BREDHRBATT,
AFIA~< =2 7L "Search”, "Contents”. “Accession“DF|BAEEZHAL £,
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3. “Search” &%
Search #27 U v o35 ¢, RoEEIARREINET (K 3.) .

3. “Search” #m

JdMassBank Contents  Download | Accession - More ¥

Search for: =¥ Mass calculator

{ Basic Search } Peak List { Peaks | Peak Differences | InChlKey | SPLASH

Compound Information

Compound name

6 D DIRFREEE (FRVWBAR) AFIBETEET,
BRI EZTERT 5E. ROANBEIBENE T,
*  REREHEI LIS,
MR/ T XA —2% (query)
BENTDRIESME (mass spectrometry information)

ZANALET,

MassBank RZREEGEDBIE GEMARBIZ 4 =2 LRICHY £9)

3. 1. “Basic Search” &%
fb&m%% query ELTANTBEZDEMEDM LI AARY PLZEHALET,
1 2D EMICIZEBDRNELHIDH Y £, MassBank (CZDILEHE DT LI RARY K
ILAH>TH, query & LT bEWEICE->TIE [EW] tHAEINET, 2L LgE
ENEEEY 318% 558 LT [3.5.“InChlkey” 83%] (14 ~—2) #EHLTVWET,

3. 2. “Peak List” &%
TRARY ML% query E LTAAT e, NI RARY MLESZ 2{0E6W% H
ALET, Query DX RRARY FIWED LD BILEYE DT LT DL ZEFY 7z e &
(LEPRE) ICBRBKRRY —ILTT,

3. 3. “Peaks” &%
BEOT7Z A b FY (=E—72) % query & LT lTquery DA F > HeTEHAENT
W3] YRR PLZEIRBELET, HIMOMMEFEEICHEKT S (=H5HMFEEE
FHEOIT2) AFVEZRDITT-WEED, HEIBBMEFEBEEZE T HILEWEEDO T XA
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s MassBank

7 hVERRS D EE. BEICBRERERETT,

3. 4. “Peak Differences” &%=
20ODT T A M F Y (=8—=2) O m/zBEDZE (A m/z neutral loss) % query & L
T. BALEARLDE—VDRTHERINIZTRAIARY MPLEHALET, Am/ZzEIEHHE
Bt FOBEEZRLET, HIEOMMUEFHBEEZET HLEYMDOTRARRY MILEIREKRT b
& EX° neutral loss scan THRIAT 2 -7 ORTZRT & ZICERABKBRY —ILTT,

3. 5. “InChlkey” 1%
DI LTALEYDIFEE (=InChlkey) % query & LT, ZDILEHD TR ARY bl %
L ET, InChlkey IFRFOEEREMRERT 14 XFER L. LBEBEEREEZRT 10X
FENDSERENTWET, 14 XFEHHT% query & LTHRET S &, ISTEEMEEL
EMEDLIZRRARRY PLE—BIIRRT DI ENTEET,

3. 6. “SPLASH”
SPLASH [Z< XA bb(m/z & ©— 7 58E DE) % hashing L 7=fE T3, SPLASH %
query & LT, BEDTRAARY MILAEBRL T,

3. 1. “Basic Search” &%
Wee : [MbaWa] T query E LT ZDEMEDM LI ZAARY b zigRLET,
fLrA © “Basic Search” &> (K3) #0Uv o3 5L ROBEINKRINET,
3.1.1. Query ®A A
3.1.2. HMEHEOAS
HUETT,

3.1.1. Query ® A5
Query DfEIZMLEYMEZ (WBHEE) &, BEEEVCH TR (BAHKEHE) TT,

3.1.1 Basic Search ™ Query ANEHE

Basic Search Peak List | Peaks [ Peak Differences InChlKey SPLASH

Compound Information

Compound name

caffe

Exact Mass Tolerance

AND v~  180.04226 0.1

Formula [ e.g. CBH7N5, C5H*N5, C5%)
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s MassBank

“Compound name” 1TIC “caffe” & AN % &, Caffeic acid > Dihydrocaffeic acid 7 &
qu%mA%%w—ﬁth CUHEVMDOTRARY L REEINE T, 34-
Dimethoxycinnamic acid ® & 5 (2, B4 & L T “Dimethyl caffeic acid” 52 5T 51t
BYDTRZANRT bLbHAINET,

1 DD EWEBDRNZEHNH B & E, Query ICAHNLIILEYMEA L I—FICEHINLTWL
mWIHEICIE MassBank ICY XX R FLAZFERINTLWTERRRNT 22 A HY £9,
D& BRRRRF/NAEN [3.5. “InChlkey” %] OMBEBEDL L X7,

L EMBIRBRDORY AIEHFLE LT

* {LEPD monoisotopic exact mass (BiwlE) & Z DFFAEE. “Tolerance” (+ m/2)

* fEYMORTFR
EE5ZBIENTEERT, LEMRO—ERIC query BEZBLEEDRE BRLEMZRIAAICL
> THEBR L £ 9, Tolerance I& monoisotopic exact mass fENSZ >Nz & EICHEMTT,
Monoisotopic exact mass fEIZ/NERUT S MTEF CTRITE 2 LICHE->TLETA, LD
— RFTlEZ 5 TlEARLDO T, tolerance DfEIL 0.05 BEICTZZEAEELWVWTT, FR
IZlZ wild card (*) Z2{ES> & TE2FET, fl: C12H200*

3.1.2 pEHEDO AN (WBIER)
T RAANRY MLEBITE L T-D g% Mass Spectrometry Information #TREL £,

31.2. HENDWMDA F ML e DERDO A TZHEEL £,

Mass Spectrometry Information
nnnnnnnnnn ‘ryp
[k [Jas [ s [ Jeeesitor [ Jothers [JapcrmEr
[ Jereses Pesi et [ JapcriTTor
[ Jeceree Wesi-ror [apcra
[Clec-e-Q Mesi-ar e
[ec-e-qa v R [Je-a
[ Jec-erTor Pesi-aror [ Free
[ Jest-Tor [ rrese
[Ccesim [ Fases
PA.cesimer [ Jaseses
A cesimror [ Foe
[ Jcesiq [ e

RDIBHICDOWT
* Instrument Type (K3.1.2) A AV MLFELEBENHEBDOXA T
BEDOEZATHRERFICIEECE XY, (Orbitrap (& ITFT (I NTWET)
* MS Type (3.13) : YRAARIZMILDEAT
GF : MassBank TlE MS/MS 2~ kL% [MS2] Z~7 hLEFRRLET)
* Jon Mode (X3.1.3) :EX/ZIZEBERA A
EOTIEELTLIZE N,
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s MassBank

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 [ ImsPAms2| Jms3[ Jmsa

lon Mode

‘:)Both ‘;)Posiﬂve ‘:g)l\leg ative

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

HE2: MEERZFL(E27-00EY b, REER (K 3.1.4) O LE¥FDICIFERREHEF
(Search Parameters”) A’FRR & N, THEDICTIFRRIER ("Results”) AFkRr I N F 7, Caffeic
acid DEH, PFREAFBEDHR. exact mass BEZHERL £75,
Caffeic acid Z2#r L 7z 14 D MS2 X~=27 LA H Y 9, ”Open All Tree” (FREEIE) .
F 7214 Caffeic acid ®FIICH D + (FH) 22U v o9 5 &, caffeic acid Zo#HT L 7= 14 @
ZENEND MS2 227 PILOBEEN 1170 2FrasnEzd (B 3.15) , fle LT, EAn 7T
78. » Caffeic acid; LC-ESI-QTOF; MS2; CE 20 ev; [M-H]-> . #2 Uv /3 5&La—F
(BML00729) < RXR~R7 FLEHEAAEY DI UTOEEBICODLWTAHARLERRINET,
¥ 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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3.1.5.

Caffeic acid 241 L 7= ESI-MS2 X <=7~ ILEZE (BB 4))

s MassBank

Results : 14 Hit. (1 -14 Displayed )

First Prev 1 Next Last (Total 71 Page)

Open All Tree

¥ Results End

L) Name

Formula / Structure

ExactMass ID

[ | B Caffeic acid

0 LC-ESI-QQ; MS2 CE10 V,_[M-H]-

0 LC-ESI-QQ; MS2; CE:20 ¥V, [M-H]-

0 LC-ESI-QQ; M32; CE:30 V, [M-H]-

L
O LC-ESI-QQ; MS2 CE40 WV, [M-H]-

O LC-ESI-QQ; MS2; CE:50 V;_[M-H]-

0 LC-ESI-QTOF: MS2: CE 10 ev: [M-H]-

O I LC-ESI-QTOF; MS2; CE 20 ev; [M-H]- I

14 spectra

CoHBO4

180.04227

MSBNK-Keio_Univ-
KOO000310
MSBNK-Keio_Univ-
KO000511
MSBNK-Keio_Univ-
KO000512
MSBNK-Keio_Univ-
KO000313
MSBNK-Keio_Univ-
KO000514
MSBNK-
ashington_State_Univ
BMLOO722
MSBNK-
ashington_State_Univ-
MLOOT29

3.2. “Peak List” &%

(K 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) >71&) Z#it A (K 3.2.1) £7-1% NIST data format T A TE £,

3.2.1 “Peak Data” ##(C ESI-QTOF TAHIZE L 72

Basic Search Peok List Pecks ‘

MS2 7 —4% % A,

InChiKey |

Peak Differences ‘ SPLASH

Peak List

Peak Data (m/z and relative intensities(0-999), delimited by a space)
789579177
96.9685 117
1110189 26
150.9787 20
158.9238 44
210999590
241.0098 161
272855392
280.0207 73
320976370

Examplel

Example2

Cutoff threshold of relative intensities Number of Results

30 20

”Peak Data” &L ABEOT (X 3.2.1, EHAW) (Z&H %7Cutoff threshold”DEZ AL £9,
BTl cutoff = 30 (=ANEE 3% UTOE—7%KR<) o

R 3 : Cutoff threshold” DH#EEEIZ DT : ”Peak List” 3% Tl% ”Peak Data” #IC AN
L7zE—7 (= 9FHDWRLL7=4*>) 22T query £ T2hIFTEHY FHA, ASLT:
E—2o 05 b, HXEEA “Cutoff threshold” &) HKEHRE—27% query & LET, X
BENKERE—71E. DI LB EZFEOIT 2 B AKE REMEFREIE (fragment
ion)ICHE L £9, “Cutoff threshold” D&% 50, 20, 10 £ Z X T “Peak List” #%&R% 4 % &

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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L2 REENFELUL L EMDIRRIER D L1 % G % ~Cutoff threshold” EAH 2 Z & A'h
INDRF xS

3.2.2. DINEHD AT, AT X —%(1F [312 DHEEDAH(MHBER)] 28EICLT
{12 & W, Instrument Type & query DY XA RY bILEAIE L= EEER—H 5 W I
BAURLZHDZEFEIRL T,

1321 RRRAZbL] & [322 HHi&#] 2RALT, (321 AF) %7
Uy o925 EBENEEY T,

R 4: Query ITLl/=<~ XA PILDIRER: T DHRFERIE MassBank ICEZFRINTWEETD
TVARARY PLERBHNRE L TWDEDITTIESLY T A, £3 MassBank ICEFENTW
BYAARY bLDS5H, [322. DEHEDAN] Zmlcd v AZART PLDEEMELN
F9, COEGEZRRDOIRELEXT,
CDEBDHEHIDIDDTARARY fLE query DY RAZANRYT fLE (1:1 RT7T) HEL
T. FLUE%E score (1 >score >0) & LTFHIIL 9, *THT. BEVKERAFT D m/z
BA—3L T, ZOMEMNEEFEELEM TS & ZIT, score FELUE) FXRELAY T,
RICEEARDBID 1 DDTRAZARYZ hLE query D 1:1 R7ICOWTEELMZEMHEL £ 9,
INERYERL TEERADETAARY MLEDFEUMOTFMERZ D L, EARNDT RN
7 MLEELMEOSWIBICEOZEZ T, Ez20adER AL ET ([3.2.3 BEHER] )

3.2.3. RFEHER
BREDHED S (10 QUL N 2HENHY £9) L HABEARRINE T, HABEOD L
IZquery DY RX~RY ML (K 3.2.2) B, TERICBITWAEYRZRY MLOBE, {LEY
e, DFRLEN score JEICEKTENET (K 3.2.3) ,

K 3.2.2. Query £ELTAN (3.21) LIETAARYT FILDOKE, TORAARY ML
Mg (ESI-QTOF, MS2, Negative, Precursor ion = m/z565) 1B 5N 7z, Peak # = 12,

siMassBank search Contents Download \ Go | Documentation About MassBank News Archive

Query :
1000
» 800.0
2
S 600.0
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 X —REHET “Peak List” FR%$H T 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. BRIEEDH S, Score fELEAI6 X7 ML IFAFR, GHERR 34943 #)

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

() dioxopyrimidin-1-yl}-3,4-dihydroxyoxolan-2-yljmethyl dihydrogen phosphate, U 5'-P; LC-ESI- C9H13N209P 0 4 0.7875
IQTOF; MS2 [ 1
() | Uridine 5-monophosphate; LC-ESI-QTOF; MS2; CE:Ramp 5-60 V; [M-H]- COH13N209P S~ 4 0.7875

[[(2R,3S 4R 5R)-5-(2, 4-dioxopyrimidin-1-yl)-3 4-dihydroxyoxolan-2-ylimethoxy-
=) Ihydroxyphosphoryl] [(2R 3R 48 58 6R)-3,4,5-trihydroxy-6-(hydroxymethyl)oxan-2-yl]_ hydrogen

C15H24N2017P2 10 0.6023

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

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

Score fEDK/N I TELMEZ LIS 2D TIEA L, POMEEBELBEE O 244 %2R
172, BEICE>Tquery DRRARYT MLEHAEN/ZTRARRY MILEWR, BT 5
ENRBETY, EROD query ¥ XX X7 bLax5Z 5{bE8IE. ESI-QTOF T L7z MS X
~Z hL (MSJ00792) TEEE N4 F > [M-H] (m/z565.0483) % & L T. UDPglucose
CREESNET (MSJ00793-798)

iR 5: 7Peak List” BZEZAEYREICAHWS & ZDFE, Query ARALEYD ESI-MS2
AN MLTH D EE, "Peak List” BRRIFMCEVREDERLFERTY,

KA EWITHECHEENEE LBELo DD L E, INoECHEEIIRS ICREE (=
collision energy AN & WAHT St THEEE) L TREMELEY D ESI-MS2 X7 MILICHFA F
VHBRINBEWI EARHY FT, TDLHA ESI-MS2 XY bL%E query & LT "Peak
List” 3T 2 &, BEOEHEABE L 7-7% Y O F#EEES (aglycone) ® ESI-MS2 X~ 7 b
IWHEBUPR Ry e L THAOINET, TR, RALEYMOEEZRD Z LI hh
Tt A,

CORY AT EAEE LT BEIR L= oEIr/ILF—FTOD collision induced
dissociation (CID)S&ETHRIE & N/-EH D ESI-MS2 2 ~_% kL% query & L T’Peak List”
BRITDZEE, ESIFMS AR PLEREL THFAFVEZHERL THEL L, ZBHET,

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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“Peaks” &% (K 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, EHINBULEMDOIEFICIE. BEAN
BREFBEBRAEDHY T A, LEYED 7(C 0 “+” REDEESTIHELEDZHLONIZLHICED
S, ROWTILEMRZOBFE., TIL7 7y FDIEBEICA>TWET,

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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3.3.2 “Peaks” MEDHNIER, 44 &% ESI-QTOF & LC-ESI-QTOF T4 L 7= 143
B ESI-MS2 ¥ R XY MILT m/z255.0652 A F VU HEBINTWBEZ &AM Y £,
(KHTIEAR=ZDHII D= 44 L EHD S5 B 3IEaWIEITERRLTUVWET)

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 : 143 Hit. (1 - 104 Displayed )

First Prev. 1 2 Next Last ( Total 2Page)

Edit / Resubmit Query
Open All Tree

¥ Results End
O Name 2 Formula / Structure ExactMass ID
O | @2',3',6-Trimethoxyflavone C18H1605
1 spectrum
Lo
N
() | @ 2',6-Dihydroxyflavone C15H1004 ; 254.05791
2 spectra L l
LT
() | @ 3',7-Dimethoxy-3-hydroxyflavone C17H1405 298.08414
1 spectrum

3.3.3 m/z255.0652 4 #+ v HEREB I N1t EY DL FHEE
44 1B S5 b 134EaWEHRLTUVET)

B sl

Y ] b

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

R 7: “Peaks” BRICHT-oTOEV b, HOMMFEBECRFEOT DA T OREIIKRER
&z & BMERDHY £9, ”Peaks” BED AN (K 3.3.1) ([TH7-> T, “Relintencity” &%
>50 (>5%) . Tolerance” %=/ &< (0.0056-0.01) LEL &5,

\\\\\\

NREF% 3EEOA~ATAORENBREETH S adenine FEARD ESI-MS2 2 ~2 b ILEAIE
L7z& & m/z94.02 ICHEHMNEBENRERE— AR I N F L7, Adenine :5E4KD ESI-MS?2
ARG MLTEHBENZE— 7 AFMICENT LI A, DA F L CAHAN3 1+~ (m/z

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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94.04052) L#FEINFE LTz, £ I T, tO~ATOREMNRERILEY (N>3) THLZDAF >
MNEHENTUEINEIHLFARL S & LTA A > m/z94.04052 % query & L T ”Peaks” &%
L # L 7= (Rel.Intensity = 100, Tolerance = 0.005, Instrument type = (LC-)ESI-ITFT & (LC-)ESI=QTOF,
MS Type = MS2, lon Mode = Positive), 32 b5z ntr L7z 95 D ESI-MS2 X7 hILT
auery 4 > (m/z94.04052) HELEISNTUWE L7z INODILEYDILEEEZR S L (X
334) (. NRFABENTLWEWELEYEDIZS>AZ W TLE (K3.34) ,

3.3.4 CA4H4N3+(m/z94.04052). C6H60+( m/z94.0413) A # v HERE I N/t &WEE (32
IKEYDS>H 18IbaM=EFIRLTWET) ,

oH

g oo\ S P v
’ ) A~ I P NPLN .//{ \@}; ™~ DVL‘ 0. s}
CeH60+ 26t Aty L1 L %
CA4HAN3* 61L&
NH, W 8] ) H
~A N o H

N HOws- -| ‘/j\> Mo, 7L|4
N7 X - NP ;
|t\> M § HNJTN ‘ /\ )\ | ../>_H
S| | SR

M CAHAN3 1 * > (m/z94.04052) & C6HEO+4 # > (m/z=94.0413) ABIERZEIC &
STXRITE R D >7=HH TF, Rellntensity =50~500, Tolerance = 0.01~3 DA EHE
LT T Peaks” RFRAE B TR WE LA CAHANIZ 1 # > (m/z94.04052) & C6HE0+A #
v (m/z94.0413) Z#XATEZEEEZROITH I LIITEEFHATL . LEYMZRHEOITS
AFIE BEENRKEZVWLDZ[FED EZDFIDOL D RBADELRY ZRITHZENTEET,

Peaks iRFEDHER

MassBank TliEmnDf#fE ESI-MS2 TER N7 77 XAV A FVICHFREMHET S
chemical annotation ff¥%1T>CTWE$, Z® annotation NFTEEITNIZ, 7F7 T XA b F
Y DORFRE AW "Peaks” BMEMNAREICKY £, LOBIDKSIC mzEIEEL TWT
H DFRADPERD 77XV M AVEXBILTRRET S ZENTEET,

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
NTWBRRY ML THALEYS, FUREED FAIMEBED—EE L TEENDZLEY
ERHTHIENTEET,

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 ¥ A7 L £9,

3.4.1 (ZECHEADFE DM L7z ESI-MS2 2~ 7 h Lotz BHE L= AHBITT,

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:

& boes oglculor
Basic Search Peak List Peaks Peak Diffarences ‘ nChikey SPLASH

Search for Peak Differences

mz . Fomuo
AND v  162.05282 4= CGH1005

AND

Relintensity Tolerance

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

X 3.4.1 OREBHEE : 284 LAY %EBIE L7 680 ESI-MS2 X~ 7 hpteanE L (HIF&
B » TNoDLEYD S B 247 L& Z glucoside, rhamnoside, mannoside, galactoside 7 &M~ ¥
v — AEHERILEY T LT, 3TIEaYIE~AF Yy — RS2 EFT A WMLPEEEE L TWE LT,

R 9: 12DV RRNY PILIZIEZHDOE—IHBAINTHES, BEYAZXY bILTH
RINTE—TDRTLETICOWTEZTEL T, query E—HTBEITRARY fLEHAL
F9, iTERMZECT H7-0DITRHINNAETT, "Relintensity” B (EEEFETHE—I R
7 OHENEE) A AE < (>100) | "Tolerance” B (& HET 2~ T D m/z{B) %/
&< (<0.005) LEF, &5IC ”Instrument Type” TlREDEREX A 72 FERL £7,
RERFFE ORI REEE DR LA BREFETE £,

R 10: ~F v —X (C6H1206) SOOI REEL TEMT 24 A > D m/zlE, C6H1005 =1
NEL< Y ET (M 3.4.1) .

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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3.5. “InChlKey” #®%
HEEE - (LAY DILZREEZBIER TR L7 InChl %2, hash BT 24 X% (7L 77y k) (C
FHL7HD% InChiKey EM £ T, InChlKey DET¥ 14 XFTCRFOFEEBEGRE. #%E 10
XFETCIUFEFREERBLTVET,
INChiKey OFI¥ 14 XF7ZIFTHRET 5 &£, ZFHAED trans, cis CIALFENEL 5D
RFDOHEABRETDPE—DIEYDTRANRY M LE—ZICEB T EHNTEERT,

% 11 :InChlKey DEXSAiE, ChemSketch & DY — L Z A WT, (LAY DL G % #
=9, XIZ (ChemSketch TlZ 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
FRINET,

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 = [ Jce-Esi-Tor (LC)ESI-ITFT [ |apcr-mrT
= (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 ¥R4EER, L-Glutamic acid @ ESI-MS2 x~27 hL T HEAEREINE L 1=,

arch Parameters :
InChlKey: WHUUTDBJXJRKMK-VKHMYHEASA-N|

Instrument Type: ESI-ITFT, ESI-QTOF , LC-ESI-ITFT
LC-ESI-QTOF
MS Type: MSs2
lon Mode: Positive | Edit/ Resubmit Query
Results : 7 Hit. (1-7 Displayed) | OpenAll Tree

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

() Name Formula / Structure ‘ ExactMass ‘ ID

() B L-Glutamic acid C5HONO4 147.05316
7 spectra

J

14 Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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HE 12 1aPaIcL 3B (3.1) & InChlKey IC&L 2% (35) 0BWAFIRL £,

W3 NnE ”Mass Spectrometry Information” /X7 X —%ZRE L T,

3.5.3 {54 L-Glutaminc acid & % “Basic Search* DOiaZRiEE,
71 E&¥). 5127 ESI-MS2 2R bR ENE L7Z(KRTIES b 4 e EFRoR),

Compound Name: L-Glutamic acid
Instrument Type: ESIHITFT, ESI-QTOF , LC-ESI-ITFT
LC-ESI-QTOF
MS Type: MS2
lon Mode: Positive Edit / Resubmit Query
|Results 1 27 Hit. (1-27 Displayed ) [ openAiTres |
First Prev 1 Next Last ( Total 7 Page) v Results End
(] l Name Formula / Structure ExactMass D
)| E Ac-Glu, N-Acetyl-DL-glutamic acid, N-Acetylglutama... CTH11NOS 189.16701
1 spectrum
Indole-3-acetyl-L-glutamic acid C15H16N205 304.30200
13 spectra
) | @ L-Glutamate, Glu, 1-Aminopropane-1,3-dicarboxylic ... C5HINO4 147.13000
1 spectrum [ l.
0 L-Glutamic acid C5HINO4 147.05316
7 spectra i

3.5.4 InChlKey DT+ 14 32 “WHUUTDBJXJRKMK” 7% AL 7=

”InChlKey” ®RZRDIER,

Search Parameters :
InChlKey: WHUUTDBJXJRKMK

Instrument Type: ESI-ITFT, ESI-QTOF , LC-ESI-ITFT
LC-ESI-QTOF
MS Type: Ms2
lon Mode: Positive
Results : 26 Hit. (1-26 Displayed )
First Prev 1 Next Last (Total 1 Page ) v Results End
] Name Formula / Structure ExactMass ID
O Glutamate C5HINO4 147.05316
12 spectra H or
O Glutamic acid C5HINO4 147.05316
6 spectra o oH
f;)k(\/l\,
I
O L-Glutamate, Glu, 1-Aminopropane-1,3-dicarboxylic ... C5HINO4 147.13000
1 spectrum o o
A,
O L-Glutamic acid C5HINO4 147.05316
7 spectra i j‘\_/\ )UL y

Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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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., ZOMTIE L-Glutamicacid #'2 25U £9, THo2&FEB (PT102720) 2. L&Y
%1% L-Glutamicacid Tdh % H D DILFEHEEIFEHR A DL-Glutamicacid ICH>TWET, &
HoANELWLWDIZHRIT S EATEEEA,

“SPLASH” &%

BEEE : SPLASH IRRIEH DT AARY hL% query & LT, &<RA— (=70, 5D
m/zBETBEDETH—HTB) ODYARARY MLEREST SV —ILTT, SPLASH & 1
YRAARY bIL% hash BB TERIB LD TT,

— DAY HNERRENAT HESITIFEAEDHY FHEA,

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. RRDEREHN, ELIREENF 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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Accession ESIC LB L a— FORTR

HRE: MassBank @& L 00— FIZIZEB D Accession &= (R 13 #281) A5z ohTL
F9, Accession BESEANT B LICL->TLA—FRERRLET, YRARZ FLHESD

WL EYDILEEEDIR, A XT—REE—0 T =22 TRRENET,

HiE BBER—URHER—TICW B L FITIE, BRHDVIERREROKRIAVNTNTH -

TH, R=YDEERIZANE ("Accession | GO”) MEREFRREINTWLWET, “Accession”
(F#A) (2 Accession &S (PMSBNK-MSSJ-MSJxxxxx?) Zi2ALT. GoREZ &7 v

JLE9d,

4.1 Accession ESEEALTC. @M= v o7 LT,

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
§ o000 HO N N
E 400.0 WH\A/ Y ~
< 200.0 |
| N ‘ 0

0.000 NH,

"s50.00 100.0 150.0 200.0

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.

AR 13 : Accession 2 [MSBNK-FFER /I —FZ-L a— RFE S| CTEINET, AKX
BENMTFEAEMSS))AZESEL7-L 32— FIZ“MSBNK-MSSJ-MSJxxxxx” TT,

17 Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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i 15 : Accession ES A HH > TWB & E(21FE MassBank.jp U —/RIZT7 72X LA WT,
Browser ICE# URL 23 AT 528 IC&>TCLO—RAERRT DI ENTEET,

7 :

URL  <https://massbank.jp/RecordDisplay?id=MSBNK-MSSJ-MSJ02051>

iR 16 : MassBank L I — FOREAREBICIEUTOLDAH Y £9,

* Accession &S, YRAXY FILOBE (RECORD_TITLE) | RftER L

* O LT oLE. LFEEER. CFEVET -2 RX—XICEITD IDESKYE

*LC-, GC-MSRIEICAW - B b2 74 —Dh T L, BHEHRE

¥ YRANRY PVERAIE LTk, A F k. A F o omRa s

*YRANRYG MVT =8 (RAF>D m/z &EE, HITEEDE)

INODORAREBEICOWCHABORMEENBAEESNFERTICHY £,
WHAS4, =RoKE, ARMZBE. J Mass Spectrom. Soc. Jon. 71 (1), 7-10 (2023).

“MassBank Record Format” M7 ER & 388 (REBAR) £ GitHub I2H W £ 9,
(< https://github.com/MassBank/MassBank-web/blob/main/Documentation/MassBankRecordFormat.md>)

5. RRARY FIVEIOILKSEINE E— 7 BROKRT

BERE - MassBank TIEZHRAKRRY —LEZRHELTVWET, INOLDRRICE > TELNT
La—FaRRTDE DT TRRRY PAMAERRINET, TORO—HEZHAL T, &
— 7 DFMERB7-DDEENMRHINTWET, TOBREAEZHAEALET,

M 5.1 ZHOE— I HERIN TS MassBank L a— K,
(ZOHIERRENIZT—RO—ELITFETYER->72HDTT)

dlMassBank  Search  Contents  Download  Accession - Morew ACCESSION 75§\ MSBNK-MSSJ-MSJ00345
La—FoHY vl —ARRINET,
=
|Asymmetrn: dimethylarginine; ESI-QTOF; MS2; POSITIVE; [M+H]+ CID; 20V |
. J Stnscture »
1030 1 NH}
& 8000 | | a
e | Hi
§ 5000 0 N\\\{N\
5 400.0 |
< 2000 | [ o NH. -
oo 50.00 : 100.0 150.0 2000 :
. o mfz . . +
D XTRADA—=Y I =0 DLEIZEL &
- - o &0
ACCESSION: MSBMK-MSS)-MSJ00345 =] < A (i A <
RECORD_TITLE: Asymmetric dimethylarginine; ESI-QTOS m/z 'ﬂ_ t ﬁﬁ ;(-J- g@&'ﬂ_b i;—r g *L i —a_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

TRAARY MILHOE—=0DLEICHh—YILEELE, ZOE—7 D m/z{B & BRE A FRR
ShEd,

18 Copyright: ©2006 MassBank Project; ©2011 Norman Association; ©2022 MassBank Consortium
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TIADERZVEBLAEAOTRAARY MIVKO—EEZHEFECHG L. ZOHED x o
(m/z &) &y 8 (BBNEE) renThiiksnEzd (K 5.2, 5.3)

52 “RARY FIVHO—EEHRFTRT H8BEE VIV RATEELE T,

dMassBank  Search  Contents Downloaod — Accession - More ¥ > Q
_ ¢
- - .. *
Asymmetric dimethylarginine; ESI-QTOF; MS] |
Mass Spectrum RURADERZEWRL B
1000
y 8000 BALHERZHEET, | 1]
5 600.0 N, N
k] o \\\g/ ~
E 400.0 " c
< 2000 0 NH,
oo 50.00 00,0 2000
1
+
ACCESSION: MSBMK-MSS)-MSJ00345 GD
RECORD_TITLE: Asymmetric dimethylarginine; ESI-QTOF; MS2: POSITIVE; [M+H]+; CID; 20V
DATE: 2020.11.12 )
AUTHORS: Atsushi Faculty of Envi | Studies, Tottori University of Envi | Studies, 1-1, Waokabadai-kita, Tottori City, Tottori

M 53 KLY RARYZ MILKTE—2 0O m/z EBBEDEEFRTRT 5,

i) @ Asymmetric dimethylarginine M x| - o a X
&~ O ) https//massbank.eu/MassBa.. A & g By ® @ % & = 9
WIMassBank  Search  Contents Download = Accession - Morev Q
-]
Asymmetric dimethylarginine; ESI-QTOF; MS2; POSITIVE; [M+H]+; CID; 20 V
Mass Spectrum hemical Structure »
3 NH
C—2 D m/zE CAEHBE : |

o

E 300.0 HO. N N. 0

¥ 2000 S

a | MK o

= 1000 (m/z: 1150874 0 NH, &

0.000 ' Abundance: 135.00
1100 & ~/140.0 150.0 160.0
+

metabolomics-usi visualisation
ACCESSION: MSBNK-MSS]-MS]00345 GD
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

711A7Fw%ﬁﬂu77X1$EﬂA%ﬁ7w7Uv7T%tm®ﬂ4Z ICRY X7,
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©2023 Mass Spectrometry Society of Japan



sil] MassBank

6. MassBank &¥— 2 D#Et1E#R ("Contents”)

20

AR : MassBank ([CIIHRABAER T IL—TH OB AZAXRT MLAREINTWET, BHE
TN—TZEITRBEINTZART PVT—R%R5, BEDIEERZXATIEICARY bLT
—RERBHIENTEET,

Hik: [2. x=a2—] @ “Contents” #2 U v 73 % & Record Index” AFRENET,
Record Index (& “Contributor” & “Instrument Type* (CH3BL 7=t ICHR>TWE T,

6.1 “Contributor” (B2 7L —7) H BRI 7z MassBank L 32— R
(2023 £3 B 31 HIR®%E)

#WiIMassBank  Search Download  Accession - Morew

Contributor AAEC (950) Osaka MCHRI (20)
ACES SU (271) Osaka Univ (449)
Antwerp_Univ (952) PEQS_research_group (413)
Athens_Univ (5633) RIKEN (11935)
BGC_Munich (903) RIKEN_IMS {1139)
BS (1318) RIKEN_NPDepo (1956)
Boise State Univ (4) RIKEN ReSpect (4642)
CASMI_2012 (26) Tottori_Univ (16)

HBMA4EU (3204)
IPB_Halle (677)

ISAS_Dortmund (339)
JEOL_Ltd (44)

KWR (207)

Kazusa (273)
Keio_Univ (4780)
Kyoto_Univ (184)

CASMI_2016 (622) LCSE (5570) UFZ (1242)
Chubu_Univ (2563) Literature_Specs (39) UOEH (35)
Eawag (11487) UPAO (12)

MPIL_for Chemical Ecology (691)
MSS) (1454)

MetabolLights (58)
Metabolon (149)
NAIST (621)
NaToxAq (3756)
Nihon_Univ (705)

A9 IL— T H  MassBank L a— FAIRELTLWET 0 ROBFIEL 3— FE,
AAEEDHTFS (MSS); FHERN) & 1,454 FOTZAZARY FLAERELTWET, MSS)
EOUy 0 FTBE LA EDTRZARI MLOY R b LEYRBEDER, &L 31— Fak
R BHIENTEET,

Eawag_Additional_Specs (968)
Env_Anal Chem_U_Tuebingen (128)
Fac Eng_Univ Tokyo (12379)
Fiocruz (1107)

Fukuyama_Univ (340)
GL_Sciences_Inc (174)

Univ_Connecticut (510)
Univ_Toyama (253)
Washington State Univ (2626)
Waters (2992)

6.2 “Instrument Type” TH%E L 7= MassBank L 3 — K D#fat,

Instrument Type : APCI-ITET (69) ESI-ITTOF (7) ELB (1) LC-APCI-QFT (130) LC-ESI-QQQ (1956)
APCI-ITTOF (1) ESI-QIT {1) GC-APCI-QTOF (475) LC-APCI-QTOF (633) LC-ESI-QTOF (26790)
APCI-Q (3) ESI-QQ (12) GC-CI-TOF (1) LC-APPLQQ (287) LC-ESI-TOF (633)
CE-ESI-TOF (20) ESI-QTOF (785) GC-EI-BE (10) LC-ESL-IT (664) MALDI-QIT (1)
CI-B (796) ESI-TOF (128) GC-EL-Q (81) LC-ESI-ITFT (18038) MALDI-QITTOF (14)
clq(8) FAB-B (26) GC-EL-QQ (76) LC-ESI-ITTOF (262) MALDI-TOF (17)
ELE (11810) FAB-BE (15) GC-EI-TOF (1087) LC-ESI-Q (2738) MALDI-TOFTOF (44)
EI-EBEB (12) EAB-EB (5) GC-FI-TOF (124) LC-ESI-QFT (13341) SI-BE (1)
EI-TOF (2) EAB-EBEB (172) LC-APCI-ITFT (50) LC-ESI-QIT (413)
ESI-ITET (62) ED-B (41) LC-APCI-Q (12) LC-ESI-QQ (8962)

MS Type MS (20383) M52 (69434) MS3 (929) Ms4 (70)

lon Mode NEGATIVE (27120) POSITIVE (63696)

Compound 0-9 (16275) D (5858) H (2087) L (3214) Others (1798) 5 (4245) W (100)

Name A (5723) E(2722) 1(3022) M (5083) P (9200) T (4890) X (150)
B (3153) F (2948) J(210) N (4197) 0 (799) U (351) Y (78)
C (6357) G (2905) ¥ (1320) 0 (1528) R (1447) V (961) 7 (195)

Pn‘lque Spectra :
Orbitrap (LC-ESI-ITFT) TRIE L72L 3 —F» 18,038 bH 5 Z & h'bhh ) £9, I]RE
MassBank (Z1ZE8E1 90,816 L O— FAZEFI N TWE T,

90816 |
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IHH R=y
Accession &% 2, 17

---> fHE 13 17
Basic search &% 3,4
CAS 6

Chemical annotation 12
ChemSketch 14
ChemSpider 6, 14
CID &L mRIER 9
Compound name 5
Contents 2,20
Contributor 20
Cutoff threshold #gE
> fE3

Download 2

Ay

Exact mass 5,13
Formula ## 10
Fragmention 7
InChlkey &% 3,4, 14,15
=P 16
g ---> Wme 1l 14
Instrument type 5,8, 20
lon Mode 5,6
MassBank Record Format
A --> R 14 18
MassBank.jp % —/X 2
Mass spectrometry
information 3,5
More 2
MS Type T%& 5
MS/MS ---> MS2 E%&
MS2 EE 5
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