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Rt SR FEAFEEE

BR7

BA%EH1 MB-POST D4

<11 P—R—E A
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BEZIE H2 MassBank Human D5

2.1 MassBank Human —/3—® B filt&4#54L

+2.1 2.5 TYERR L7= @ SV AT LT — 2 5843 L CT AR
2.2 AT NVEEHTIED BRSE CEEMBIEDOIRR) &R
2.5 AXI VT =SB OT AR

BH3&TE H 3 MassBank in silico DS

-3.1 (LMK CHE A O HIEA

*3.2 in silico MS/IMS AT VT A T FVDBRF

-3.5 B it MassBank in silico $—/N—DHESL
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‘4.4 BRI (AHREIT AT RTUT L)
4.5 TR/SABIVE 2[5 (6 H, 12 1)

<LANVA—2

‘ 2023 £ ‘ MassBank Human, MassBank 1n silico —/N— D5

Bi%TEH1 MB-POST D&
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1.1 P—"—EA (BH G)

VRV EL THERE T A= DI LB S 2T 1= L T2 AR — D A o Y — R — DR A i T 5,
P N AR KN OB AF RO — N —RITHE T D, JPOST VAT KRR GlycoPOST
THEELTWAVATLEZE AL, BESE5,




1.2 B RRAEEEAR X EERB T rTAI7R) (BH G)

MB-POST DOURIRIEL TOREREIZ DN T, AEBT 7B AL CHIH TEXDIRAE COIEH % B4k
TEDLIRBEIZRDIOBAR A2 FE 95, SHDZ ANAZEHREL TE, jJPOST VAT RINEHL TS
TaT A IV ATOAZEREFAREL TR 5,

BA3IE H2 MassBank Human DO#ESL

N R E I E Y AART VT A7 ZY D MassBank Human 2459 %, MB-POST [Z4EfE L 724
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— =D B WAL T D, 2.5 AXTMLT —ZEENT (BN, ~DR) TR LIZER, T A RO S L
AR VT =255k U CT ANEATY, el G iR G 23 L T 5,

2.2 AIMVERNTIEOB S FHE (GaHE, FEiL G)

INETERLTZAST MV ESULESE O Python A2V 7 MadiiEd 5, IO AT MV E
JITAB AT DER I DR R 7 Ll TNDTZ8 | B —YART 4w 772 FIEEZ VT 100 7 —4 7 7 A
IINEDIEEUNEREZATREE T D, T AFERM RAMRET DT DAY — Va1 T 5, I8 H G 23
—/VEBRFEL , A LGH RN ZTT),
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MassBank Human (2B LB B~ AAXINVT —2IZ, #EERE 532817 I4
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silico ZhEEE, NPT %, T ab LI TV DA~ WAL e Gzt 53 2 FIELALEM I 7 A (-
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a2 G DFEEREL, 2P Y ARSI NG et 5 oA TR T S, F
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3.2 in silico MS/MS ZA~_ZMVFATSVDEZE (Fuiik G)
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BRIEH4 MassBank D5 — &L
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‘ 2023 & ‘ [72 T ]MassBank Human, MassBank in silico % —/3— D4

Bi%TEH1 MB-POST D&
1.1 $—"—EA (BH G)

URY R EL THEBE T D7 DI L 2R o i T LI AR — VB R o — N — B L LT, —
PR ARRITHIE RN OB AAFFEE DY — N — (TR E LT, jJPOST VAR KO GlycoPOST T
FEHLL TWDIR TNV AT LB AL A —/N—TEIKIIZHRIEEL TD, BIRERTIEK 1 ©L9H7%
V2T AL H—T A AR — I VEREE L LTI A,

1.2 B RIBEEARR A BRP 0T AI7R) (BH G)

MB-POST DURIRIEL TOREBEIZ DOWTHNE LT 7B AL TR TE DR CTOIEM 24T
ELIRBEITR D IO I T TH D, BSOS AN AZEREL TIL, jJPOST VARV HL TV A7 1
THAITATOANERZFEARL L TERIELZ (X 2), jJPOST AXT —H & AR — MMENT IS5
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About MB-POST Statistics

MEFOSTisa

19 project ara rogstared. 16 aro opencd,

46 files smeunt to 3.3 GEB. |

'''''

| species*
(Nathing sslectd)
Datalist [ isas
CE ey (Nothing selected)
WESTUBIOO Homa Sagiend i
Jeatipe
= (Nathing selected)
n Project e Oessription Princpal imestigmnor  Annuncement date = | Disease
sss - o 2naaun? = (Nothing sslected)
VESTOOO0NE 1Nt ot 0wz =
wesTO0s ki 1x “ ey = |nose
st ™ “ 2o =
westooone . v e cm
wesTIOOns = a u a0auam =m
nnnnnnnnnn o [ o 202403703 m
—
wesTIOOz w v ) =
WSt s = . e =rm
nnnnnnnnnnnn a4 - 20340303 m xC
et et 202ama =
[ e | anaann =
L P s v =
wesToo00s w ‘ a0auzm =m
MPST000002 st tast tast 2040116
e |
Tl ¥ Mol » Condact » Prvacy satamani 7 » Tema ofuse

1 MB-POST OBREH V=7 A —T AR 2 MB-POST (2813 B A% T —H D N J7

¥ IEH2 MassBank Human DS
2.1 MassBank Human ¥ — S—#& A (FL, fiR G)

LB A — =G, MassBank Human #—/3—® B fRA#EEL, AL, 2.5, ATk
VT —Z DN YRR LT AR AYRE N R D @& SV AT VT — 2558k LT (X 3), F72.2
DT — Xy EARIIVT —HOF@BHTICL> THLNZ T — %L GitHub (Shin-
MassBank/MassBank-Human) (2 CABAL7=,

H MassBank Human
Ao 1

3: MassBank Human |2 CTAB L= @& Sb B AT MLT —Z DA B 1l



2.2 AXINVEMENTIEOR R SEE (HE., ¥ G)

AT N EEZE A O Python A7V 7 Na4E5EL , ddatoolbox &V Python 32—/ /L& ERL
Uz, Eo, FAUDART N B 7T 22— T D2 — VAT v 77 FiEESFEIEL, 100 7 —X 77 A/
DOYEEUAEREZ AREE LTz, £To. FEE &0 bIb B OB A EZHEE T DM EEL Fio72 Y 7 =7
LR LT,

ZbEL LT, AT VR ZEHE) DDAAveraging. py. 1E34E R A2 MGER LRI ML O &k
JE{bZE5 DDAprocessing.py D2FEHD Python A7V NpH7enT — 2B AT T4 B REEEL
7

2.5 ARIMVT —FEARNT (BN, =T &) CEL, 220, fiR G)

2.2 AT IMVERATIEDBSE + PEHLICE>THELIZFEZ AW T, EFERO AR LT —X
D RN ZAT ST, WD AZ R a— LT —HIHR TR (Metabolomics Workbench <> MetaboLights)
BLOTR G CRASIEN 710 DDA HlESh: 10 07 — 21y Mext 4o T (A %
L. MassBank L2 —RZ{ER L7, {ERKL7- MassBank L'=2—R®D5% 10 fEiX MassBank ~DiE/
V7T AN FERELTZ,

Bi%E H3 MassBank in silico DHEEL
3.1 {LAREEBOEHRER FiR Q)

MassBank in silico \ ¥l 9 2L & WIRFLH A ORI T 72, RFMIZIE, & 11T 19
EOBEAEDIE S FAL B D F — 2~ — A B S TVS compound identifier OIE H & 21T -7,
ZORER NS TS WIRE B L UMD T —# R — 2 |- F 37 57 FE DRI NEESL, Foh
T, JVEELE 2D 24 FED identifier #1&E L7 (F 2), 51, MassBank in silico ([ §%7T 5
LA LTI LDIERO T S 2 T2 T ETHD,
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£ 1 KL WBEE T — 2~ — X5

DataBase name

URL

Food Safety

https://ec.europa.eu/food/food-feed-portal/screen/food-
additives/search

FOCUS http://14.139.62.46:8888/focus/

ChemFOnt https1//vzww.chemfont.ca/une_arth/q?query=%22Food+Additive%22&s
earcher=compounds&button=

HMDB https://hmdb.ca/

HUMANCYC https://humancyc.org/HUMAN/organism-summary

KEGG https://www kegg.jp/kegg/

MetaboLights }_1ttps Il/szw.eb.i. ac.uk/metabolights/search?organism.organismName
=Homo%20sapiens

T3DB http://www.t3db.ca/toxins

FOODB https://foodb.ca/compounds

FooDisNET http://140.113.120.248/FooDisNET/compound_list_json.php

VCF https://www.vef-online.nl/VefCompounds.cfm

BitterDB https://bitterdb.agri.huji.ac.il/dbbitter.php#compoundBrowse

KEGG DRUG Database | httpsi//www.genome.jp/kegg/drug/drug_ja.html

DrugBank Online https://go.drugbank.com/drugs

Drugs.com https!//www.drugs.com/drug_information.html

MassBank https://massbank.jp/

GNPS https://gnps.ucsd.edu/ProteoSAFe/static/gnps-splash.jsp

SIRIUS https://bio.informatik.uni-jena.de/software/sirius/

MoNA https://mona.fiehnlab.ucdavis.edu/

# 2 K TEAPIREBLOMO T — 2 X — R df I B RGO E

Compound identifier etc. _I_QX%?);E }Ey(;/\o) =y
Compound name ({&f4) 84.2
Molecular weight 78.9
FFLHEZ2H DL Canonical SMILES &
Stllbis 3.1 Isomeric SMILES % fr#
Formular 68.4
CAS 63.2
ChEBI ID 57.9
Synonyms 52.6
PubChem CID 52.6
InChikey 52.6
FHnx SMILES=TUPAC 4 A,
NOIBALS) e 474 Chemaxon 777 A MENTHTIE
InChi 47.4
KEGG ID 42.1
PDB ID 36.8
LogP 36.8
ChemSpider ID 31.6 MO MRGE AR
HMDB ID 26.3
DrugBank ID 26.3
KNApSAcK ID 26.3
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https://hmdb.ca/

R 07 2 E %

Uhsayiine 26.3 https://cfb fiehnlab.ucdavis.edu/
Phenol Explorer Compound ID 21.1
FooDB ID 21.1
BioCyc ID 21.1
BiGG ID 21.1
METLIN ID 21.1
NIKKAJI ID 21.1
Hydrogen Bond Donor count 21.1
Hydrogen Bond Acceptor count 21.1
LogS 21.1
Water Solubility 21.1
CSS value 21.1
Marker DB ID 15.8
PathBank ID 15.8
Rotatable bonds 15.8
Topological Polor Surface Area 15.8
(TPSA) )
Physiological Charge 15.8
Number of Rings 15.8
Melting Point 15.8
Boiling Point 15.8
Biospecimen Locations 15.8 T NVFED TE TR
Categories 10.5
SPLASH Key 10.5
3DMET ID 10.5
LIPIDBANK ID 10.5
LIPIDMAPS ID 10.5
ZINC ID 10.5
pKa 10.5
Refractivity 10.5
Polarizability 10.5
HSDB ID 5.3
RxNav ID 5.3
LigandBox ID 5.3
Binding DB ID 5.3
MetaNetX ID 5.3
MetaboLights 1D 5.3
Reactome ID 5.3
RefMet ID 5.3
ModelSEED ID 5.3

FREANATANTIEL, BRNA TA MIR RO BA,

3.2 in silico MS/IMS ZA~_ZWLFATSVDBZE (Fuik Q)

SRM1950 bRMAEFAEID /o —7y NAZ R T — LT — 5% FW T, B 2 — A 2[R E DS A 6E
2R — 2125t L C MS-FINDER TRa7&#H LIz, ZOFEE, <o R#@mbHiLE., €9
TRWSDOLFERSNT, 77205 MS/IMS A7 MUIZ LAy ks A 8 DR B MR
JEAE ) ESHAT-0 2%, BEFORE & fEEE— 1L —BLHI LK B BB E R AN 3L -5< in silico
MS/MS THITTIELT LS+ TR (RIS EYEROTRR) o ARG OIS TE W DR E D=

12
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in silico MS/MS AXRTRVPR AR RRZ T iEMmOWERICETF LI (O ay 2/ ME TE CORENIERE,
4), SFEEF, Bl TL T, HMDB ([Z8 &SI WD 8 HRED B KM 2RIz, 16k F
1EICE-S< in silico MSIMS ARV LT,

Compound_nema Posi/Nega  Score Memo
5'-Methylthioadenosine + 0.655056564
n
Pro + 0.722515864
26075724237 = (1)) 5 o e
fxd N-Acetyl-Val + 0528032521
. . L F . 2 ALRTE _ Deoxyinosine + 0.719685384
n=The nurrlber of MS_/MS peaks (7H A ShizE—" : ASAF6TIL n=4) AlsnyL-Ala v 0757791722
S (EYHTONIETSTAURRAT) =M X B X Py X P, Pantothenate + 0544204381
Hypoxanthine + 0.587622541
2 Imidazole lactate + 0.370388336 Linkage penalty

M s =M, GABA + 0.74198791

2 = eXp theor 8
MERBREARFILT—)=exp|-0.5 (T Glu +  0.739870412
Damp + 0.828574625
M., = EHIfE AMP +  0.811800143
Mupeo = EEERTE (HEEMRLR) GSSG + 0737559514
The standard deviation & (user-defined) s also  § = FRIERE (A —H'—EE Uracil . 0.597109752

used as the search tolerance.

Mtolerance value) Leucinic acid - 0.728017404
2-Hydroxyisovaleric acid - 0.706593788
o = B, 3-Hydroxypropionic acid - 0.722515701
B(HABREIRILF—AFILT1—)= 1-— B—[ Deoxyinosine - 0.595347438
U Pantothenate - 0708125346
B, (BIY35757 A7 —av OB ARBIF LY —DBXIE) Hypoxanthine - 0.567961745
B (757 AU rDEERETIILY—) Dihydroorotate - 0.513483461
4-Hydroxyphenyllactic acid - 0.7532009
P75 AV MES RFILF4—) = 0.5 by default Orofe acid Yo

= 5 P g - — = - .
P, (kFRBRERAICL>TRYVETOHAGEN>72E—2) = 0.2 by default GSH 0601134067
N-Acetyl-Asp - 0.547296891
2-Hydroxy glutaric acid - 0.657630208
Suc - 0.577299844
Mal - 0.622867063

4 K FZBFEECE R ANCEE-S< 1n silico MSIMS FHID A2 7 2EAf

3.3 {RIFRFH T RIBEREDBAR (Fiik G)

REAEFE . BLAK MR D 2 S RERICHE TRER A O AX R e — A1k THDH unified-
HILIC/AEX/MS/MS DBAFEIZE I LT=I=8 441X, unified-HILIC/AEX/MS/MS DO{r$FFH] T
BT N ORESEAE L THEMLZ(X 5), LC/HRMS/MS % V2 /o 2 —/7 b AR R 0 — WENTIZF
WL, P —H—AF L OB E L MS/MS AT MU LA KRS T /7 — a0 35
iS5, BUTOWIET /7 —a AE T ERMEROBRICH LB EZ S a1 % < &
%o RAHHIE — 2 O TR IRF ] S A% 1S 54l O T I R FFIE R D G 2 o T RE I DAL 7P
B DX BEMEREGE ZHI T AZENTED, Lo, WEET % 28BRZE L2 R S E AR M 21
RO —FFITH B T & 5 unified-HILIC/AEX/HRMS/MS 1., #/kMEFE A /EH (HILIC) &fao
A (AEX) O 57 B — R & B MR D AT E I S DB p B O 728 | RFIEIC G
e — 27 OLRFFRER FRNZIEE > Qo To, £ 2 TABFZE T, unified-HILIC/AEX D £R£FRERH]
FRET NERBE L, N —=27 7 —# (203 FEAOHMERH) &2 05y itk 1- (12,420 FEFH)
WXL, T H BT 4 VAN W TR R EEE 27 76T U, R & E B ISV CGRIHLE
26 FEFHD 7y Rl & O TR TIRIE T VA LT, 7 AN — % (51 FEHO MM HY) 2
AW THRFFRF T HIE 7 VO RS EE 230 L7ofS R ART (ERIRFFR & T RIRFFRF O 22) o
86.3%713+£1.50 73 AW, EHIHERIFAZEIT 0.80 /0 THHT-ZE0D, mV ORI TR EE 2R~ L=, BR
FUTARFFRE TRIET v L In silico MSIMS T2 FWC, 7 a— L i B & B (global quality
control, QC) MAEL L TEH ST % NIST SRM 1950 ERILAEY > 7 A DEIGF LTz /& —77 o R A
HRa— LT —H AT U R MR E (RSO CRIES N 62 FEE ORI Z ., 216
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FIADMAGHY ORIET /T — 2 a NI LT, AORFFRFE TR T VI3, AZ R —LF 58108
T HHEBELRE THORMO BB OREET )T — 2 al IR T D LR EB ZBID,

H I LIC dominant phase AEX dominant phase pKa ]
um:hnrgoqy = L)
] ]| LogD]

zwitterion cation » 'HGO: 'W anion J

,_
o
«Q
L 9]
b
Predicted RT (min)

{pomin
slauomary phase

Umfled HILIC/AEX/MS ' =

3 Machine learning Retention time (RT)
' — T gy B A";’" — Unified-HILIC/AEX prediction prediction

(a)

" (%) @ eseyd elqon

Peak picking
Background subtraction

Metabolic fcatures 1,675

Y:s_{ i {0 by in house library }—]

62 1613

Yes | HMDB search and in silico | No
MS/MS prediction

356 1257

Yes No
Retention time prediction

216 140

H T #in
1> m/z 1891351 = 5 ppm 34[E: 5.16E7

£
3% omoe N7 11 7 e

(ESI+)

0 M 9.22E5

A ALIOTRT S A

y
(Identification by STD: 5) 982 1050 1095 1112 1150 1178 1245

I

I

I

I

I

I

I

I

I

I

- I

120 125 \
189.1349

I

I

|

I

I

I

|

I

I

I

I

(b)
81007 T e
5 : JL g
S <
8 ; 2
® {
5o /\\ 2
E Homoargmme Indoxyl sulfate X = ; 171.1608
3 : £ JI\ '
s - S 2w
3 2o~ T H i °Y\/\n - 1441132
5 D- > < z 10 o7.0017 129.1022
3 e Score T 2 T @ 60,0887 o 1041183 1541338 | 1985275
& 8 0o 120 10 10 180 200
Tngonelllne Imidazole lactate  Acesulfame - o = = = = e e = == = = - -

5 Unified-HILIC/AEX/MS/MS & F#iR¢fE]E 7 /L D BA %S

3.5 B ik MassBank in silico V— 3X—DEE, AR Fii G)

LAY — R —Z 5L MassBank 1n silico P—/3—® o WREAEEELT-, BEARIZIL, 3.2 T
& L72 HMDB (28GRI TNDH 8 T FDH K ERY DBV — WAZHE T2 in silico MS/MS AL
IRUEHR(X 6)% o it MassBank in silico — N—1Z8 Gk L. ABL- (K 7).
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ERECE DL
SHh{HMD
in silico MS/MSFll

TR N

http://insilico.massbank.jp/
o A UDFRARD MLZRWET /) F7—2 3 ks wiRft
o ZERORBRVMHEIOFRIMS/MS RS N UIEHRZINE

ConoHa :
O ANACONDA : Ads HRMS/MS spectra

> i »

In silico MS/MS

ty

- Annotation
MariaDB prediction
b Al S~ _ _
' - f building stry h;( did: table in li::“?]?s\:;i a_[amet § ) | [%wmﬁ%)
1 lumn_name inchil smiles. exactmass ublic_i 1 o - - —
) Ty {JROUN | CROWES | ROTGN |SRUNEHL | SKilIMS/MSANT MUCIEWVESRESEMARRICED
1 -UHFFFAOYSA-N D1032 1

ERFEDORNISIAS M A DOFR

6 o hit MassBank in silico V—/3—DREEE

Mass Bank http://insilico.massbank.jp/
sl L jn silico

1. ESI type, Exact mass, Exact mass tolerance (ppm), Fragment mass tolerance

(ppm) ZAH
Structural annotation xRS TIE
ESI type: (o A Chromatography type (IC or uni-H/A): ADTRE,
Exact mass: [1730841 Retention time tolerance (mins): AHQAE
Exact mass tolerance (ppm): [5 | 2. Analysis start Z0Uw oL, SRz TS.
Fragment mass tolerance (ppm): 20 |
Chromatography type (IC or uni-H/A): [iC 0: T’)?—‘)g )2?7 (0~1)
Retention time tolerance (mins): [15 1:in silico IS A DYy FE (0~1)
HRMS/MS spectra: 2: {EH#EDSMILES

,Spe e 3: In silico fragment
TR 4: in silico fragmenth'&| D4 TSNETOS T b A~
1320008 ¢ 5: ISUAUFROT (0~1)
156.0800 3 6: KFEHECERL
7: In silico fragment&product iondDEEiE%E
m‘ 8: LiEE, 2~700IEL

In silico MS/MS prediction 1. SMILES: FRILZLMEEYIDOSMILESE AN T B.

* {ERRDSMILES(ESMILES _generator#Fh SESHIEE) SMILES _generator URL:
https://www.cheminfo.org/flavor/malaria/Utilities/SMILES generator __checker/in
dex.html)

[ Anaiysis san_| 2. Analysis start 227w L, BRITEMIETS.

ESI Type: [Positive or Negative |
SMILES: [CC(C)CC(C(=0)0)N 7

7 o kit MassBank in silico %—/X—D/A\BH

3.7 MassBank 33Xt MassBank in silico %—/X—DO&E & FiRE G)

MassBank @ GitHub 2»OEGLY —RAa—ROREE LDz, fiime L TiE, ZnETo
MassBank DX AR L2 NOHEMNOT—REEZE LT NAL—ATHLHIIITE 2 LD, 93—
2y/30 MassBank 27 /L—770 TEABTEW TSI 7ay =7 MBI THED TV T E Th D,
Fo, JURPMER T 55 2,000 FEORGHPZAE L O & i D~ AARZ LT —4% MassBank (2%
FRLCUTeD T AR HESOEER | A — BTy 7 TOT — 2 HifG (HCD Zlin<f &) FaBia LIz,
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3.8 MS-DIAL/MS-FINDER ® MassBank L'a—RF7x—<=vbhsths )1 G) <:BIMFEHEHEE >

2023 FEGBINEMEE LU T, vAART MLT =2y 7 by =7 LT, m O EREE FF > MS-
DIAL/MS-FINDER (Z MassBank L'a—R 74—~y DFirirdr, EEHUEREZ BN (Gl
A1X MS-FINDER O, X 8), MassBank Human 72 =7 M B HEMET B2 2B mL ., AR
B RE — 7D BLEIBEDOHH AT ML DI MassBank 74—~y MIEHTELIHNNZTH7eE
72D _HT T E OLRIZNL - T Utility 2452872, MS-DIAL 1 3E &5 7 — 2 & at A LeT-
¥, MassBank 74—~ hDOx I 1 DA THHH, MS-FINDER Tl ATy« H il H &Y R —h
L72. MS-FINDER (Z1%, 777 A A A A% U CHLAR IO 0 i 1 A 59 DR BEDNMFIE
b, £Z T, MS-DIAL CTH/J&i 7= MassBank 74+ —~v s MS-FINDER TitAiAF, 777 Ak
HERMFTZ2AT 5720 0% MassBank 74—~ heL T/ $52E T, (R EDZ L MassBank
La—REERTHIENTEDHIIITLT,

-

Directory: EAS_Projects\PROJECT_MsMachinelesrning\massbank der| Browse]

| Fite: | AignmentResuit 2023.09 12.12.29.56 ~

gl Filtering by cument parameter

8 MS-DIAL 76 MassBank 74—~y h O Ofiiiv a1

BAZ%E H4 MassBank OF —#YLFE - K - EBSE#HE (faH, BH, YL, FiR)
4.1 MassBank 7 —#%%(6 A, 12 A)

MassBank Human (ZE L7z E B v AARXT LT —ZO G AbEWtEEE4 hay—n
+rift &z MassBank La—RZED | ARV E2—%2170, 10#44 &G L7, MassBank
human ® GitHub ~<*—" (2, MassBank ® MassBank-data L RN D7 ZFE2AERKL T, 10
W77 a—RL, KFE MassBank-data L' ARV R ~OBEREAKFET 27 V)T T AMT 572, ZHHD
F2%x1BL T, MassBank Lo —R7 4+ —~ vy hDOFEM (FET 0/ L ORERN TEZ, Znbab &l
2024 D MassBank 7 — 4%k & F i 95,
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4.2 2—Y—#HE (F 1)
AAEBOITFRANT VT —F R Ll #E L C RO R R e E L7z,

iy E A MassBank AfAFEIR L a—R 5 —2{ER 1 &30 <= AR 7 DRI, & 4 Bl A ANE &
T FEART VT —BERE ViR I F T4 2028 45 11 H 22 H (BIN#FH 504 FL5)

4.3 EFEE (EREFEXSM, B VR)

14D MassBank 2X=2=7 44— DEFHEEZED HT-DIT, 2023 FJE X Metabolomics
2023( 7 FZ)IZ BB IML, fE#INEEZIT>72, £7-. K4V Leibniz Institute of Plant
Biochemistry @ Steffen Neumann %V —% —&9% MassBank EU F—2AA/N—LD AT A3
—T AT E2EATV, ¥ AN LA —R T p—~y MOJLRIZ BT 58 A A T o7 (K 9, ABAR T
IRGHD) .

ELSS N St ZhEH | B

2023 4 MassBank EU AL /3—% | AoT A0 12 A | La—K7x3—<vy NLEIC
TH11H DI—T 47 (JEAR) 7= —F 7
2023 & MassBank EU A /3 —¢ | T4 12 N | La—KR74—<vr&LEIZ
12 H21H | OI—74>7 GEAR) W 7=—T 17

4.4 BRIE (E 1 HE4 %, 2R L)

VR AN DAY A =T —ThLHH 17 FEAZRn— LT R Y Y A 2023 410 H 18
H (k) ~20 H (&) JIF~DHEEIToT-, AR O—LL RO AL 400 £ DOSMNNGY, 150 44
\CTF TV EBAR T T, FT, BRI IEE 72 80D, U AT RO ST A~ — I — R NI
HLHOINTHEFR TEDHDFIN LN EV T2, MassBank Human OREREIZB § 52— —=— X% UL
H£Cx7- (¥ 10),
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¥ 10 55 17 [[]A

4.5 TRAFVE2E (6 AL 12 A)

TRAAYPFVEREL T, AER UK THIZ, A ARE &S50
KRR, AARBE RS2 Mass Spectrometry #RER) . = AR (77 5URFHERTR . ATV
T HEREY AL AT N ) | IR (FERREIF XA AT JVEIFZRERFT) | CEAE R (AL
L BER AKX R OI T R) DSLITEFE LT, ZNETIONT RAAATFIERE S A1, TRAAAVPIRESS
1EBfEL | BOR K OVFEREFHEIZF A LTz, 2024 4 1 H 23 BT R A UZR B S TII2418 Richiz

s
s

/ et

2— AT RTT A 2023 A 10 A

HDAXBENRY | AR OBFEPFI RS DRHETHDH (K 11)

18 H (k)

RN
FTo=

e

H B WA St ZINEEL H 1

2023 4 INTRANAPIERE R Frg4r |12 A FE i G~ D= AN
6 H27H | GEAR)

2024 4 TRAAPIEE S KBLKRZ: | 16 A B B I OVE ]~
1H23H | GEABR) DA N

18
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§4. FRRFERE
(1) RERIRR

O wXEHE
LGl EHs L
W (Fn320) 0
% e SA
T 5 (K0 6 F
RFAToR [P (Fn30) 0 ft
(accepted, in press %) EBE (B 0) 0 4

@ FICGEAITE®R

1.

Ikeda K, Takahashi M, Bamba T, Izumi Y*. Comparison of amine-modified polymeric
stationary phases for polar metabolomic analysis based on unified-hydrophilic
interaction/anion exchange liquid chromatography/high-resolution mass spectrometry
(unified-HILIC/AEX/HRMS), Mass Spectrometry, vol. 13, No. 1, 2024 (DOI:
10.5702/massspectrometry.A0143).

Taihei Torigoe, Masatomo Takahashi*, Omidreza Heravizadeh, Kazuki Ikeda, Kohta
Nakatani, Takeshi Bamba, Yoshihiro Izumi*. Predicting retention time in unified-
hydrophilic-interaction/anion-exchange liquid chromatography high-resolution tandem
mass spectrometry (unified-HILIC/AEX/HRMS/MS) for comprehensive structural
annotation of polar metabolome, Analytical Chemistry, vol. 96, No. 3, 1275-1283, 2024
(DOI: 10.1021/acs.analchem.3c04618).

Noriyuki Tomiyasu, Masatomo Takahashi, Kenji Toyonaga, Sho Yamasaki, Takeshi Bamba,
Yoshihiro Izumi*. Efficient lipidomic approach for the discovery of lipid ligands for immune
receptors by combining LC-HRMS/MS analysis with fractionation and reporter cell assay.,
Analytical and Bioanalytical Chemistry, 2023 (DOI: 10.1007/s00216-023-05111-w).

Fumio Matsuda. Data Processing of Product Ion Spectra: Redundancy of Product Ion
Spectra of Small Molecules in Data-Dependent Acquisition Dataset, Mass Spectrometry,
vol. 12, No. 1, A0138-A0138, 2023 (DOI: 10.5702/massspectrometry.a0138).

Kanako Tokiyoshi, Yuki Matsuzawa, Mikiko Takahashi, Hiroaki Takeda, Mayu Hasegawa,
Junki Miyamoto, Hiroshi Tsugawa. Using Data-Dependent and -Independent Hybrid
Acquisitions for Fast Liquid Chromatography-Based Untargeted Lipidomics, Analytical
Chemistry, vol. 96, No. 3, 991-996, 2024 (DOI: 10.1021/acs.analchem.3c04400).

Takaki Oka, Yuki Matsuzawa, Momoka Tsuneyoshi, Yoshitaka Nakamura, Ken Aoshima,
Hiroshi Tsugawa. Multiomics analysis to explore blood metabolite biomarkers in an

Alzheimer’s Disease Neuroimaging Initiative cohort, Scientific Reports, vol. 14, 6797, 0
(DOTI: https://doi.org/10.1038/s41598-024-56837-1).
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EWN 11 1
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BIEpAS
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EWN 2
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AATIRE B 2 1
@ BFERN
(EP)

1. RAEEAE, a—P—a32=F7 —2J5 MassBank O E . F 71 HE &SRS 5 5me 2023, K
Pz, 2023 4-5 H 15 H

2. KAAENAE ffoTHhI) MassBank /N A4 I —, F49[0] BMS @7 7L A BIRF. 2023 4E
7H 18 H

3. T EEONT —XURTU NI ZIEH LT AZ R a7 A58, 5 71 [RVE B e
KB, 2023 4F 5 A 15 H

4. HEJIER ], AR ZAOMEFENESTREE ) B a7 B T s s EHRNC B o012 B BT
T AT AT ANGE S 5 8 BNV — 7 ay  Fhiik, 2023 4E 5

5. T, MO A AFROIT AL T —H AT A TR E~DBFRR~F A RAZT >
e 2022 DAY —U~ F T4 2023 4T A

6. I NEE ARG 2 E AT iEsaEtHl, 254908 BMS =7 7L A B, 2023 4
7H 18 H

7. BIIE VT —NVERBGNTT — S ORI BRI BAT BT A — LR 2023 FK
=\ TR, 2023 4 7 J

8. WML B, TEBRONT —HCLDMT A ARS8 12 BIEMERERAEG KRRV —2
Tav I F —BR—2FEEDTa T 4T | FADIE, 202349 H 8 H

9. FMIRHR ETAEHNW-ERIIGEIN T a7 4372 AR a7 A5, BINDS JsEHEREMNT A
Vaghf =y hEE S, Web, 2023 410 H 7 H

10. Fiip B 28, W IVE B0 A7 ZEHIEARIC LA B NRE DD OEHENT . 25 96 [0 A A4 k52
KE ER, 2028411 H 1 H

11. FUR B’ LC/MS ([ZEHAZRaI s A & 51 |1 EESNra#E S, KK, 20234 11 H 14 H

||
I\

e 2023,

Tl
=iY{

(B

1. Fumio Matsuda . The Shin-MassBank project: A collaboration between proteomics and
metabolomics, HUPO-PSI Kyoto Symposium 2024 on Omics Repository, Database and Data
Journal, Kyoto, 2024 4+ 3 A 21 H

2. Hiroshi Tsugawa, Computational mass spectrometry to accelerate systems biology, Joint 11th
AOHUPO and 7th AOAPO congress, Singapore, 2023 £ 5 H
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3.

5.

Hiroshi Tsugawa, Multimodal mass spectrometry-based metabolomics environment in MS-
DIAL 5, 3rd International BMS Symposium, Kyoto, 2023 4 10 H

Shujiro Okuda, Current status of the jJPOST and JPDM projects and future approaches to
multi-omics data integration, HUPO-PSI Kyoto Symposium 2024 on Omics Repository,
Database and Data Journal, Kyoto, 2024 4= 3 H 21 H

Yoshihiro Izumi, Development of single-cell multi-omics analytical system using nano-LC/MS,
2023 international joint meeting of the 23rd International Conference on Cytochrome P450

(ICCP450) and the 38th Annual Meeting of the Japanese Society for the Study of Xenobiotics

(JSSX). Shizuoka, 2024 49 H 28 H

® DEEzER
(EN)

1.

BB @ MG B . Heravizadeh Omidreza., H AT A, b I FnlE 3G sl . Fn g B 28,
Unified-HILIC/AEX O£ T RIS T /7 —>a O3, 5§ 71 B HEESITRE i,
KBz, 2023 45 H 16 H

AR, LRI, AR BOAC, S AE S Filt B 2R, Unified-HILIC/AEX/MS/MS (2 X5 BUKMEA
ZRa—LEVE N — LD RIR T, 5 71 Bl HESHTR G KB, 2023 4£ 5 J] 16 H

B, EEEK . TR FHE ., Heravizadeh Omidreza, FBE&A . M HFOkE . rhamiR., B
B ORUR B % In silico TEARXRIA T —H~_—2 (IEMDB) % =St ARG HEE
EOBR%. & 49 [7] BMS 27712 (BMS2023). K45, 202347 H 19 H

(EE

1.

Hiroshi Tsugawa, Reanalyzing mass spectrometry data to develop metabolome cartography
database, Metabolomics 2023, Canada, 2023 & 6 H

@ RRF—FRFH
(EP)

1.

SRR mREEBOK ., RIS, IHEBR, AR, FiiR B R, B, AR — LT —X
HEITETDEBAXROII AR AT LOBAFE, % 49 [0 BMS 27 7L A (BMS2023), kX
77,2023 4E 7 H 19 H

AFEEL mAEECA . MRS PR, FUR B2, BN, STLIS Z Mz U7z Az —
LT —HRET AT LOBRTE, FTA R A B ORmERES: BFV—ray” 2023, Kk,
20239 H1H

(B

1.

Kohta Nakatani, Kazuki Ikeda, Masatomo Takahashi, Takeshi Bamba, Yoshihiro Izumi,
Simultaneous analysis of polar metabolome and lipidome by unified-hydrophilic
interaction/anion-exchange liquid chromatography tandem mass spectrometry (unified-
HILIC/AEX/MS/MS), 71th ASMS Conference on Mass Spectrometry and Allied Topics (ASMS
2023), Houston, Texas, USA, 2023 46 H 6 H

Noriyuki Tomiyasu, Yoshihiro Izumi, Masatomo Takahashi, Naoya Nishimura, Kenji
Toyonaga, Sho Yamasaki, Takeshi Bamba, A method for comprehensive investigation of lipid
ligands using LC-FRC/HRMS/MS, 71th ASMS Conference on Mass Spectrometry and Allied
Topics (ASMS 2023), Houston, Texas, USA, 2023 46 4 7 H
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