Data Processing
with
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Wednesday June 17, 2015
10:30-11;15 All Attendees (LRC 249)
XCMS online (introduction and XCMS processed data sets)



What do we have

 \WWhat is the data that we have and what does it
look like?




Urine Grubb Urine Grubb
Group 1 Group 2




What do we need

1. Statistic results from data
2. List of Features - (prefer identified metabolites)

3. Characterisation - adducts / isotopes




Basic pipeline of data processing

Peak
Detection

Grouping
Groups similar
Peaks

Retention
Time

Statistical
Analysis
of Classes




Intro to XO

New User Registration

This will be your parmanent
o-mail addross to be used for:
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HTML uploader:

Good for speed
parallel upload

Java uploader:
Good for folder RAW files
ie : Agilent, Waters etc

1 Sevnct ooy mUOOA, waOute, woData XML, WOl e, OF, 229
R e fes More v
2 AN sampies s uploaded pou oA Oose P window (Dulion sbove

Datanet Narve . (vee e
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boxplot CloudPlot-svg.svg CloudPlot.pdf CloudPlot.png Heatmap_1046694.p Heatmap_Cor_10466
ng 94.png

PDF Y, N PDF | m i%l: i

MDS.pdf MDS.png MVstats_ScalingPlot. PCA-diagnostics.pdf
1046694.pdf

PDF : ’ ’ PDE - L_ppg~

PCA.pdf PCA.png result.tsv rtcor.pdf rtcor.png TICs_rtcor.pdf

\_IPDFE~
XLSX TXT

TICs_rtcor.png TICs.pdf TICs.png XCMS.annotated.diffr XCMS.diffreport.. XCMS.diffreport.. XCMSOnline_log.txt
eport..1_..._pepsi.tsv 1_coke.vs.2_pepsi.tsv 1_coke.vs.2_pepsi.xisx

Contents of results.zip file
XCMS.diffreport. And XCMS.annotated.diffreport are the data tables with all the
intensity values associated with them not results.tsv




———_— pes g
B L
A N A Ty et
—aan
ey o marman

et e pmany
Laaie i o ]

Nias T

e e L S

R il e R T

b winlanding ¥ e welum s St aereeily
-t e

Vi (raeted 4 cwm g amater et e 8w el b srved et g hen B0e0 Came st b

=e M TLPVY MR T e NN GEMCTOR U N 8 Jees SEte Ty B - € DD TN Ao < adee Mo S
FOMO LN (LY 20 ~ (oM 3T Pde
vere
- - At A g [Pt puv et

D R L e T
. mwt e ewe es man peas w At Tew sies by
RTINS (PTVREMG IPNT POSE Wl . serarde
e et be Fetter Pas ms pabe =P bed b Tmih

R R ]
ORerence A =7 r DL TR SNECRIDING TENTEON TITEL. CAN D NIt 10 Bhow
e
— I meh Leman arw Nt St fee et o e e e et Tl dete 1
7T GRATRT W SNe 00 TR TR Sane. Marhad ] W waTy SOOI Bt PORSE B0 Aeime, while manhad §
e AL W e S et dmmt
Pratte: wmp bor Bu fout phane Fass eres arw oty retecmd ¥ Sy rastas o mew et tee
poaks) pasia wah rascamny 3 s [prefines semcmty )
RN g fer e Fout PRAEE Taia B aiad e vy (thtad £ Thay (4ATRA W aber |pretres
Prane] puats wAN masa by s gt e ety )
Bl T e e ]
B I I e el




. Metabdiorrcs
'Rr

% Scrpps Conter
XOMS Oniine

Cromte dub

PrrPrPrPhrroppp

Data Ugload & interactve Dftrapon Table
Qvonvigw

Vsing EICS In XCMS Oning

Visuaizaton Too's

Using NETLIN Database

Frew eany Mered Catlasets Pdia Whaces ACMN leatsde Ase et

Pasd Banton

Paut Banton

Pau Benton

Pau Benton

Pad Banton

>




Thank you :)

 Questions?

Gary Siuzdak n Duane Rinehart
, The whole
: Aries
ﬂ Aisporna xems team




