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File "800
Review  Experie Revew Ientity Review  Compoud )
ImporiDets  Aignment  Design sn Pesk Ficking Decovoluion Compounds Compounds  Statistis nonlinear
@ [* o @ @ @ @ [ ] A Waters Company
Question: Dendrogram
Group my compounts. according to how simiar their
abundance profies are.
What's this?

‘We have used Corrsiation Analys's to svaluats the
restionships between the abundsnce profiies of your
compounes.

o

The resutts are shown in the dendrogram.

—

| '* Tag filter applied |1+ m.muyomhm mm-? |
«compounds may be '“1  Does my data cluster according to my erpesimental conditions? 4 |

Compound I o Aty

454 18311 Memz | G oo — ity J

1235 270087 mix ’I e wm?‘:‘ i | (D) i 1 -
1088 231.1198m/z B Whatis the power of my experiment? il |
1145220 1045m/z B Adduct Abundance m -

6.20267.1070m/z Ei E What adducts do My runs contain? | 1, I i [
449 355.0103m/z oABETS 785 I T T = ‘ \ ' ’ I
6.95_191.1447m/z 95JE-13 18N

4.30_119.0859m/z 995613 811 Shnﬂnmud Abundance Profiles

744 1660631 m/z 125612 161 30

7261791071z 15312 1224

82519511 M4m/z 163612 1280 25

1058254 25%9n 1HEL2 1361 E 35 B‘f&"\ (B )

595.179.1020m/z 18E-12 1421 b

5.78.167.1631m/z 185612 1421 Q15 \

015111 4m/z 186E-12 1421 H

8.92.135.0810m/z 189612 143 g

10.86_306.1040mmz 212 Lag1 E 08 B\K ///\
853 185.1320m/z 203612 15U 3

6.93_205.1593m/z 23812 L7510 ; 00 7
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Experiment design

Review your data from a different perspective:

Current design: | SPME ALGC Rice groups - a5

El5.7EProgenesis QIR EIHEREX MR (C), ZIhEEiLA P B H— P IRENS A SYEEEMEENE
B F(B)o

e “BXMEDH” P TRE" , TUBMRSE. EENRICSRE B RRRSYISIERMEIX LR EY)
, SNE6FR. EFRE#IFH, ENEEXKFEES0FRINLBINEEHBIMr SN ERFE D BEMARIC.
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E6.(A)EENEE KRR EMProgenesis QIFREXME DT D BHNES BAMREY. (B)R T RITARA LUEMRISX
LEAR S A TN (CPFBESTMD BINSYITEREEF RRTENFEIEE,

RERAERE B9 TR IR AR Ga (LGM3) R X BT S BTR/R T £ Progenesis QI EYEX D T HREXAY
KHEKP26M BT SYIRARELEEIEE. METHAIUEN, REE—4EFENEEERKSKAEKTEERNE
RS ERIMEIFERMBYFEERL; MAEHMEEEREFRPURNEIXEATSY. XSRS ZES
BENEERF RS KAKEFRZEINERIFE /. XBWAREEREQEMRNRITNDR=ET M.
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E7.(AKKAKPEREXES T D BREFITEY. (B)FIE26M5 BAREYERE#EPRRELFEEE,

NBEEBEIMIEYE, AIRAUTLMAEZHITRITNEE:
1. MassLynx®R 4 RV H KA,
2. Progenesis QI Rt A IR EUREH FR,

3.fEHProgenesis QILUIMNI A THUR BB EIE R,

EMIRAL
AREEFBTHEN, BESRELACTR (BT TRAMITE) RIEWPEWMESE, HiN

ChemSpider, fEFMassFragmentTEKNEIZRFAIGHIEESEN, EEELESEERHRENER BT,
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8 4E T WITOPLS-DAS IR RIIREM271.2644 Da (10.79 min (10.79_271.2644))NEHMRIEL B, RHAING
FiRE, WAEAGC-MS/MSH MG & BT E .

7 Progenesis QIV2.0 (F2014FKHEE) FABETRAMRMNChemSpiderRInaE, LtLIMBTMAT, XL

ThaeE A Ao

RRBREENEEF(m/z 271.2641)

Calc. Mass_| mDa | PPM | DBE | Formula

em | FitCont% | C | H [N]O]s[cl]Br]
] FUE] 2

Mass
TBAL L2631 04 15 05  CI7 HEs 02
M0 31 14 15 CIHEL N

2712641

22679

GC_SPME_050114_AL_GC_108 935 (10.758) AM2 (Ar30000.0,355.07,0.00,S 10}, Cm (931:935-024:927)

3550682 4390899 5041027 5791048 637.0956 7150885  789.1151)
e -

1. TTEER

e Searches

[EVUPTTTN W

© 2D 1D Save Zoom

~ Names and Identifiers
Harna, s Syeemnyron | Detatose 5]

ChemSpider

Search and share chemistry

Validated by Expers. Yalidaied by Usars, Non-Vaidated, Remosed by Usece, Rodirociod b

Results

103.0763 = (+2H)

103.0758 (+0 4mDa} ($1.0. B:1)
CHy10, (-Cy5Had)

[ aa.0708 - (2H)

69.0704 (~0.2 mDa) (S:1.0, B:1)
[T)

29.0603 = («2H) | T1.0882

444444

57.0707 o+ (+0H) | 55.0552

«««««

- (+0H)

71,0861 (+0.1mDa} (5:1.0.8:1)
CgHyy (C15H5405)

- (-2H)

550548 (+0.4mDa) (5:10.B:1)
CH, (€ H,0)

3. EUHA

Web APls

Margaric acid

Chemspier 1D 10033
Molecular Fommuta. C.;HuO;
Average mass: 270450714 O
Monoisotogie mass: 270 25569 Da
» Systematic name
Heplagecanaic acid

b SMILES and InCHis

» Cte s record

2. ChemSpideri#%=

El8.fEFAMassLynx3X 433 73 BB B AT SHE I TEMRIER TR,

7EProgenesis QI ITEHIREFEE R

BRP e LUfEAProgenesis QIFYIE 5|2 (Progenesis Metascope) BN ZBEIBEN AT HIEE. ERSHIILT
BEXIZE, SERFARMBIEEFRINEXEMBEZS N TENERER. MERBERBTEEERYIR, H
RIEBRERE. BURSH. RENE. EBENENER LEFREHTIED . MRFMESIEES AL, WK
THFIEICHRA, HERRRFSORSREEHAENERBTFHNEATEEERE S FRNIECHEERREEHRITH

o
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E9RH B R T Progenesis QIZNHARYX L n] BE X IEIBEE RS (A)e UNRBERITEMNITEMIIEEREI(
B), @IERTHNSMNAFEHIEE (NIST. ChEBIFIHMDB) UREARFERAMIERIZRE, BT R4S
HHDMSEREHIBHTHEMZB KL, ALEEETREURE (EE%K) . E9 (B)NSiEEEEPNFERS
BHIRBIIEEIE RN S FRIEBCHREERHITT D8, XIEMTEETERNAEE, BiIMassLynx it bk
Progenesis QI VIR EFIEZREEHER D F, HIRS T EELERNAIEE,

File i ﬁ r—
Revew  Expesiment
mportie, Myemed. Deigs e peac e o MetaScope search parameters
[ (] (%] Define a set of MetaScope parsmeters that can be saved for later
reuse. Learn more in the online reference,

|dentify Compounds

Name:

HMDB v36 (A)
Compound datsbase
i the list below, filker the compounds to CAUsers\Administrater\ Desktopistructures sl | Browese.
hmu\vlhosevuwilmd tify. s
Compound 10.75_211. Zddmiz G Dats format: | Auto-detect
Choose search parameters
5€1 ect your MetaScope search h parameters or

reate 2 new parameter set:

[HMDB 35 =) CEde_-1] [ppm
Search for -d:nhﬁ e
b S ) [ 3 Toenthestons wi ba asm ed to the relevant
compounds sutomericoh
| Searchfor properties source
‘ i1 | T Tau it applied |
| | T compounds may be nidden
< e i = Compound AcceptedID  Tag v K é
® 801 243.2326en/z a ) Do not use fragmentation deta
@ Perform theoretical fragmentation
© 12.30_2452268m/z - 0 .
® 1230 263230z LR B
® 1237 247 2824miz a g
® 1261 2692950mz L I

E9.Progenesis QI A] AMIEUIEEFIERIZE (A), BEETLERRM(B).

fEFProgenesis QUMY EZFHITHIBEE R

SNE10FRT, WAETLAER MProgenesis QIEHMIBREHFIREH MR FHEBRZEMETLIN (5 BEEMSER
EE) o BRREIFERENBIFTEMIIREFZEMRG, AHAFHAEFRONITZEET. METLINE
EEFRHIMS/MSIEE A AT S5HDMSERERBIEB M ERE S L2 I BT R,
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File
Review Experiment
Import Data Alignment Design Setup  Peak Picking

() W ) o
Identify Compounds
Select your identification method:

| A METLIN batch metabolite search |

1 Perform a batch METLIN search
Filter the features (below) to include only those
you want to identify, then copy their masses to
the clipboard. These should then be pasted into
METLIN's batch search form.

Open METLN in my browser
l Copy masses to clipboard ]

2 Download and import the results
After performing the search on METLIN, click the
button on the web page to download results as a

CsV file, saving this on your computer. To
import these results, click the button below and

select the downloaded file:
Import results from CSV... ]

"y Tag filter applied -
‘ compounds may be hidden l
Cumpouné Accepted ID Tag |~
® 8.91_243.2326m/z

10.79_271.2644m/z '

O 12.30_245.2268m/z
©® 12.30_263.2374m/z

F

3

L

Ty’

E10.Progenesis QIR EVEETENRES&E, RHER
KRR WA B R B AR St 212 X B IMER (METLIN)
BIERE,
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« (EENERIEMII. (EEFEEHHDMSEREDNRE, BITATLIBE B RGILETRESBFNTFETHERAERE
Bo

= APGCER—MEEBERA, AIEMEBEFHNFE, MMEBRBEMTRT,

» BEHGCHE. HDMSERELRAEBBBEMEEMAMIENERFTREBLES, KITTUEEBETHHRE
HEMNEREFTAETNBE,

= Progenesis QIFBYXFFEIA A BRIV Z B EFAN TP RIVSE. XBBMFE—ROMBFAE#HERELF
WIBERBARE Fo

= Progenesis QB AEUHBL T ERMIFERRNMHELERE, LUESYOBMEEEIR. BREM.
BRE.

» REPHFRITOFRE (FIZIPCA. OPLS-DARIAEXIMES M) AIBMAOBERERFNEITEF.

» EREIESBNHIEERRIE, BNTUMSPIAABEEFEFEELBREF.

= APGC. SYNAPT G2-SiflProgenesis QURHEXAAISEIIRENEE, WRABEBRMBRENESINAHER
REH,

1. The Economic Times, “Basmati Export Adulteration Leaves Bad Taste in Mouth” , Prabha
Jagannathan, Jul 6,2007.http://articles.economictimes.indiatimes.com/2007-07-06/

news/28467196_1_basmati-rice-india-s-basmati-basmati-export

2. Contamination concerns force new Basmati regulations, Fletcher A, August
2005.http://www.foodnavigator.com/Legislation/ Contamination-concerns-force-new-Basmati-

regulations

3. Waters SYNAPT G2-SiF=aFAt, P/N: 720004681ZH,
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4. Waters APGC White Paper ( (GR$FHAPGCHREHE) ) , P/N: 720004771EN,

e~ o
Kt AR ESHEEIE(APGC) <https://www.waters.com/10100362>
SYNAPT G2-Sim D ¥R R (X <https://www.waters.com/134740622>

MassLynx MSE {4 <https://www.waters.com/513662>

Progenesis QI <https://www.waters.com/134790652>

720005218ZH, 2014%11A8
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