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login@sbr4 -1042:~$ ssh -Y

-]
login@n0 ~]$ cdprojet

login@nO login]$ cd 13 - 07- 29- panda/ tmp/ mapping
login@n0 mapping ]$ cat  tophat.qsub
#/bin/  bash

#$ -S/bin/ bash

#$ - M login@sb - roscoff.fr
#$ - m bea

#$ -V

#$ - cwd

#$ -0 gsub.out

#$ -e qgsub.err

tophat2 panda v121029 ../input/llIR1 - 1.fq ../input/lliIR1 - 2.1q
- GTF ../input/panda_v121029.gtf -- b2- sensitive -r 100
I num- threads 8

[login@n0 mapping [$ gsub -q long.g -pe thread8 tophat.qsub
Your job 5338969 (" tophat.gsub ") has been submitted
[login@n0 mapping ]1$ Is

accepted_hits.bam junctions.bed gsub.err unmapped.bam
deletions.bed gsub.out
insertions.bed prep_reads.info

[login@n0  mapping ]$ cd ..
[login@n0 mapping ]$ mkdir cufflinks


mailto:login@bioinfo.sb-roscoff.fr

login@sbrd -1042:~$ ssh -Y login@bioinfo.sb - roscoff.fr
...]

login@n0 ~]$ cdprojet
login@n0 login]$ cd 1
login@n0  mapping

#1/bin/  bash B
#$ -S/bin/ bash
#$ - M login@sb -ro
#$ - m bea

#$ -V

#$ -cwd

#$ -0 gsub.out

#$ -e qgsub.err

tophat2 panda v1210:
- GTF ../input/panda_\
I num- threads 8

[login@n0  mapping
Your job 5338969 ("
[login@n0  mapping
accepted_hits.bam A A "A " A" A" A" A"
deletions.bed Qoo
insertions.bed prep_reads.info

[login@n0  mapping ]$ cd ..

[login@n0 mapping ]$ mkdir cufflinks
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« | wantto know thegeneexpressiomn
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« | wantto mapmy readson areferencegenomeand
countthem »
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« | wantto launchthe toolstophat2 andcufflinks
| havefastqgfiles andmy genomein fastaandgtf. »
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«lwant 1TB formy project Iwill launchtophat2 through
SSH on the cluster multi-thread mode.

Nextl wantto submitthe bamfile to my genomewith
cufflinks

Excepthat, [ will manageP<

=)
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« | have a bunclof cooltools!
But I'm the only one who cadaunch them.

Comments?
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gt .gff3 -Ped cas hai

.coordSorted.bai

WIg .bam .coordSorted.bam
fqi -Sam
.nhr .nameSorted.bal
ohr fasta vef .nameSorted.bam
*.bt2
*.ebwt rev.* bt2 .phred64.1q
rev.*.ebwt fastgsanger
tab fastqg/.fq

xmli gz
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gtf — .gff3 -Ped cas -
A

T

bal

l—| — .coordSorted.bai —

WIg T — .bam <— .coordSorted.bam —
fqi sam<
nhr— L T—l .nameSorted.bal
ohr . .fa§ta vef— .nameSorted.bam —
> *.bt2
—.*.ebwt <— rev.* bt — > .phred64.1q
—rev.”.ebwt ~ fastgsanger
tab fastqg/.fq -
xmli gz

16 /05/2014 Le Corguillé et al. 13



@ Station Biologique
¥ Roscoff

A Introduction

s Graphicainterface clickbutton tools within windows

+Vveryergonomic

'CA Score Plot

¢ too ergonomicl hlackof flexibility

¢ R 2 ye6uit onit ! Haveyou everseena PhDstudenthavmgthe time to makeb.eautlful
green buttons? : o . ©

¢ payingfor it! . e

MetaboAnalyst 2.0

-- g compreheasive tool suite |

s Toolsavailableon the internet. .

Processing MS spectra :

tve ry ergOnO m iC im s
¢ too ergonomicihlackof flexibility

¢ Asmallpart of theavailabletools E
¢ distributed on different universitieslocations

¢ the submissiorsizeis often limited.

¢ must notbe paranoid
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s “Command lindools

+representalmostthe majority of scientifictools
+goodparameterscompleteness

+ canbe executedon high performance computers
+933Ks lovat, sinceautomatable workflowsable ...
¢-minimum linuxknowledgeis required

¢ cruellackof ergonomics
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- Galaxy / 4 /| Metabolomics Analyze Data  Workflow  Shared Datav  Visualizationw  Admin  Helpv  Userw Using -993344424 b

Tools ..1.; History S ﬁ ED
xcms.xcmsSet | version 2.0.1 (ad
search tools Choose your inputs method:
Upload File from your computer Zip file from your history containing your chromatograms Sacuri Zip
Export Data Zip file:
- 289.7 MB voe
1: sacuri.zip :
i 19: 2
IR T Extraction method for peaks detection: - ® X
Preprocessing § xset.qroup.retcor.group.fillPeaks.anno
matchedFilter - .
N lisati tate.variableMetadata.tsv (Xdiffreport)
formatsation [method] See the help section below
uality Control 18: @ & X
Step size to use for profile generation: §
Statistical Analysis xset.group.retcor.group.fillPeaks.anno
Annotation 0.01 tate.negative.Rdata
[step] The peak detection algorithm creates extracted ion base peak chromatograms (EIBPC) on a fixed step size
iz @ & X

Full width at half maximum of matched filtration gaussian model peak:

Preprocessing 20 xset.qroup.retcor.group.fillPeaks.anno

tate.dataMatrix.tsv

Normalisation [fwhm] Only used to calculate the actual sigma
uality Control Ad d ) i @ 4 X
Statistical Analysis vanced options: Xset.qroup.retcor.group.fillPeaks.anno
=statistical Analysis )
i hide 3 tate.variableMetadata.tsv
Annotation
15: @ 4 X
m xset.group.retcor.group.fillPeaks.RDat
Preprocessing a
Normalisation . . . i . .
© Authors Colin A. Smith csmith@scripps.edu, Ralf Tautenhahn rtautenh@gmail.com, Steffen Neumann sneumann@ipb-halle.de, Paul 14: @ & %

uality Control

Statistical Analysis

Benton hpaul.benton08@imperial.ac.uk and Christopher Conley cjconley@ucdavis.edu xset.qroup.retcor.qroup.Rplots.pdf

If you use this tool, please cite: Smith,C.A. et al.(2006). XCMS: processing mass spectrometry data for metabolite profiling using 13: oW AR
nonllnea_r peak allgr_]ment. matching, and |dent|T|cat|gn. Anal. Chem., 78, 779-787. _ T T
Data Handling For details about this tool, please go to http://www.bioconductor.ora/packages/release/bioc/html/xcms.html
Text Manipulation 12: @ & X
Filter and Sort 0 Galaxy integration ABIMS TEAM, Station biologique de Roscoff. xset.group.retcor.BPCs_corrected.pdf
Join, Subtract and Group 11: an| & s -

Contact support@workflowdmetabolomics.org for any questions or concerns about the Galaxy implementation of this tool.
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