N—d—0DH>>mIU 12020

Wi - i X & Fa— LT X 2 57 —4% ODRDF{LE X OHIlE
BT — % OEEPTICINIT

Ol Jelt, K #E7-2, i B2 3, ks BeLL Sl AZ 1L v REERA,
BSE 95, P ez, AR Bl 4

1 BCEMEFRRREERNZMR LY ¥ —X I RO—LERMEF—L. 209 & DNATRRAT/ LEHRETIHER.
BSREKRFEFEMRRA. 4BICEMERBER A TLRBT —FMBLRAFELI= Y b 5.EHILEGFEMARMADDBIEY ¥ —

Licensed under a Creative Commons FR4.0EE >

02020k IEZE (3EH - CSRS)



[ZEE]

ZIRIGREYMORIEZ 1T O XA Y INO—LEIE. FiE. BITHEE. ZORTHLEZHK TENSZWY
DIEATT—FHEMHICIES, MEHETOI I MCEWTERAIIA I RO—LBTXYT—%
MResource Description Framework (RDF) EWSF—% R TOF7—hHA1 F{bZsHELTWS,
RDFiET—¥Y ICEMRYEBEZFLES O, EHLAYNO—LDAYT—FHRRED T —F UIE

NARZICE S,

NS SDNATREFITRIE I 2 XY IMRO—LBTAY T—5 $HEY. BRD10470O0 7 b, 1,466
By 7L TT—IR—Z L EhMetabolonote (https://metabolonote.kazusa.or.jp) & LTRSS
NTEH., EFEOINERZR >T—HEARHEXATERINTWVWS, CODLEHEAIETHHSTT—F
DEKRM . BEEMIFTZADEZNUTRDF{bZ1T o 1=,

Flc. FOAIT—IDREET—YIZBEIFTUTHESEELDBOIEEFNTWED T, BERZET
B ULTWAD, EYRFEOET—YEIFTTERICLTH2,700H5 %18, PowerGetBatch (Sakurai
and Shibata, 2017) QY 7 Nz 72 XA—/)\—AVE1—49 L THEIS B LR EHRIEER>T
WS,

Licensed under a Creative Commons R®Rx4.0EES 1V R @ @
—~

02020 IF=E (B4 - CSRS)



T4 7HA LY AT =8 R—ARAHBERERAHBEL 71 75 L
WITTIRB R BB L7 A 2 K S 2 ASHIEH) o

MetaboBank D&k

SRE~Y YT

(A=E?/B G

mmmmmmmmmmmm

Welcome to
Metabolonote .

Metabolonote — KomcharketZ

BEA S F—%5 IHMassBank | 7—% - URY kU (RE1EY
DEMTIERZEE L fcdb)
e BEIZXZARY NU h::t / /‘ b 2 . -
http: //metabolonote kazusa or.jp MetabOBank p://we Skl;zt’;lzusa-or-Jp

07
S 2t

N3 TDNATRAR gfbsemggﬁﬁ

Licensed under a Creative Commons {XR4.0EEZ 1t X

02020 IF=E (B4 - CSRS)



Metabolonote DF§f

Metabolonote®d X ¥ 5

— & OEVREIT A
| I 2 5 K 0 — L RHTE O > 7 URHRR Ar b
. Welcome to Metabolonote

ZRBO X57—5) EHICERT SF—IN-RTY,

%
™ > e\ > %
‘ (AFT—=2)2EHM Y P ) T—F RX—A @ofp@@
o >
@1m e p e
O WikiTfE S N T THERSRRENE S
R e

A% 7 —% 2 XMLT— i)
%%@% g‘l_uf;‘JZv_-L\? aAvtE7h tﬁ?ﬁm

uuuuu

http://metabolonote.kazusa.or.jp/

Ara et al. Front Bioeng Biotechnol. 2015 Apr 7;3:38

2
@

W 1.210 5 b il 1,122
s M3 Bl E AR ORIR L = — 2

Licensed under a Creative Commons Rx4.0EERZ 1R
02020RI5Z=E (3B - CSRS)



MetaboBank I Resource Description Framework (RDF) & \» 9 JE 30 TR,
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Description Harvested sample is frozen by liquid N2 and resulting powder (100mg) are solved in 300uL
80% methanol solution. 20uL sample is injected into HPLC after 0.2um membrane filter
treatment. HPLC conditions: Agilent 1100 series (Agilent), Column: TSKgel-100V (4.6 x 250
mm, 5 micrometer; TOSOH), Solvent: A; 0.1% formic acid aq. B; ACN (addition 0.1% formic
acid fc.), Gradient: (B);3 to 30% (0.0 to 25.0 min), 30 to 90% (25.0 to 40.0 min), 90% (40.0 to
45.0 min), 95% (45.1 to 50.0 min), 3% (50.1 to 57.0 min), Column temp.: 30 degree C, Flow
rate=0.5mL/min, PDA: 200-650 nm (2 nm step). FT-ICR-MS conditions: Filter 1: FTMS + ¢
norm !corona !pi res=50000 0(200.0-1500.0); 2: ITMS + ¢ norm !corona !pi Dep MS/MS Most
intense ion from (1).;3: ITMS + ¢ norm 0(200.0-1500.0)., Rejected
mass=266.0000;294.0000;391.0000.
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<Page ID="" Title="/S01/M@1">

<Template Name="M"><Field Name="M_ID">M0l</Field><Field Name="M_Title">LC-FTICR-MS, ESI Positive analysis</Field><Field
Name="M_Method Set ID">MSl</Field><Field Name="M_Sample Amount">6.7 mg</Field><Field Name="M_Comment">[MassBase ID] MDLC1_05711</
Field></Template>

<Free_Text id="1">{{LinkTo_MassBase|MDLC1_05711}}</Free_Text>

</Page>

<Page ID="" Title="/S01/M@1/D01">

<Template Name:"D"><Field Name="D_ID">D@1</Field><Field Name="D_Title">PowerGet data analysis for Bio-MassBank</Field><Field
Name="D_Data Analysis Set ID">DSl</Field><Field Name="D_Recommended decimal places of m/z">6|ITMS 2</Field></Template>
<Free_Text id="1">{{LinkTo_BioMassBank|keyword=SE1_S@1_M@1_D@1}}

&lt; !'—— {{LinkTo_KomicMarketTmp}} —-&gt;

{{LinkTo_KM2|SE1}}</Free_Text>

</Page>

<Page ID="" Title="/S01/M@1/D02">

<Template Name="D"><Field Name="D_ID">D@2</Field><Field Name="D_Title">PowerGet data analysis for KomicMarket2</Field><Field
Name="D_Data Analysis Set ID">DS2</Field><Field Name="D_Recommended decimal places of m/z">6|ITMS 2</Field></Template>
<Free_Text id="1">&lt;!— {{LinkTo_KomicMarketTmp}} —&gt;

{{LinkTo_KM2|SE1}}</Free_Text>

PGDBj%°MassBaseZs £ 53 X DNAf
DfbDdb~DY 7 H F DTN

#S01/M01

M_ID: Mol

M_Title: LC-FTICR-MS, ESI Positive analysis
M_Method Set ID: MS1

M_Sample Amount: 6.7 mg

M_Comment: [MassBase ID] MDLC1_05711

#501/M01/D01

D_ID: Dol

D_Title: PowerGet data analysis for Bio-MassBank
D_Data Analysis Set ID: DS1

D_Recommended decimal places of m/z: 6|ITMS 2

#501/M01/D02

D_ID: D@2

D_Title: PowerGet data analysis for KomicMarket2
D_Data Analysis Set ID: DS2

D_Recommended decimal places of m/z: 6|ITMS 2
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Analytical Method Details Information
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ID MS1

Title LC-FT-ICR-MS ESI positive method 1

Instrument Agilent1100 HPLC (Agilent), LTQ-FT (Thermo Fisher Scientific)

Instrument Type LC-FTICR-MS

lonization ESI

lon Mode Positive > .

Description Harvested sample is frozen by liquid N2 and resulting powder (100mg) are solved in 300uL ﬁ%%@ﬁ)f g ﬁ! 82 7 Rz b
Extruction | 80% methanol solution. 20uL sample is injected into HPLC after 0.2um membrane filter ﬁ[ll:['l A% Fo—2A 1670”7 k

treatment. HPLC conditions: Agilent 1100 series (Agilent), Column: TSKﬂeH 00V (4.6 x 250
mm, 5 micrometer; TOSOH), Solvent: A; 0.1% formic acid aq. B; ACN (addition 0.1% formic
HPLC | acid fc.), Gradient: (B);3 to 30% (0.0 to 25.0 min), 30 to 90% (25.0 to 40.0 min), 90% (40.0 to
45.0 min), 95% (45.1 to 50.0 min), 3% (50.1 to 57.0 min), Column temp.: 30 degree C, Flow
rate=0.5mL/min, PDA: 200-650 nm (2 nm step). FT-ICR-MS conditions: Filter 13 rmg +c

; 2: ITMS + ¢ norm !corona !pi DepWS/MS Most
-1500.0)., Rejected

ZDMERE L) 670>z k
il 10470 =7 b

norm !corona !pi res=50000 0(200.0-1500.
Mass | intense ion from (1).;3: ITMS + ¢ norm 0(200)
mass=266.0000,294.0000;391.0000.
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Chromatography comment description temperature gradient column type column pressixe column name
oavT N IS4 = iREA mE AR HhS LDIES hSLED h3 LA
rdfs:comment dcterms:description temperatureGradient columnType columnPressure |umnName
Chromatography rdf:langString rdf:langString xsd:string xsd:string Pressure ‘string
pm_chromato:MN_SE2_HPLC “Elute monitoring by PDA equipped with Agilent1100 HPLC in 2 nm step. “@en [temg:3OC] “TSKge|-100V (4.6 x 250 mm, 5
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PowerGetBatch 0.5.0 (2.03 MB)
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PowerGetBatch3Zf7IRs 1]

PowerGetBatchZ Linux - TOWHBE)GEATTE 5 & 9 1T (BN 7 X — 2 13 BRG],
MetabolonotelZ X ¥ 57— &I N7z a7 »lHikomzXML7 74 V127 74 LD
3. BRI EWFIZaE—LT4HARIZEEHLTHHL .,

£7—57 714ILE (mzXML) E— 2% E (min) 74XV~ (min)
12 179.41 15.44
24 330.71 57.78
48 684.42 189.88
96 1337.14 *6904.02

Intel Xeon 2.60 GHz 20377, 20GB RAM
*Intel Xeon 2.60 GHz 20377, 60GB RAM
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