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INTRODUCTION / PROBLEMATIQUE



Introduction

Sélectionner votre niveau :



Introduction La problématique
o

Level 1

It

| o

“Je veux savoir quels métabolites different
entre mes deux conditions”



Introduction La problématique

Level 2
—n

“Je veux savoir quels métabolites different
entre mes deux conditions”
“Je sais que je dois importer mes fichiers
puis annoter mes pics.
Et finalement, je veux une ACP”



Introduction La problématique

Level 3

“Je veux lancer les outils xcms pour importer et aligner
mes mzXML, puis CAMERA pour I'annotation de mes
adduits et un outil de corrélation pour réduire mon jeu
de données avant ’'ACP”



Introduction La problématique

Level 4

=)

“Je veux un espace projet avec 1To car je pense faire du
ssh pour lancer mes scripts R et les packages xcms et
CAMERA en multi-thread

Je pense interroger ensuite HMDB
Sinon, pas besoin de vous :P”



Introduction La problématique

Level 5

“J'ai un tas de scripts et outils sympas !
Mais je suis le seul a pouvoir les lancer.

Des commentaires ?”



" __|Introduction

Pourquoi ?



library(xcms)
loaddata()
polar<-"Pos"

noise=250000

xset <- xcmsSet(cdffiles,ppm=ppm, mzdiff=mzwid, peakwidth=peakwidth, noise=noise, snthresh=snth, method="centwWave", fitgauss=TRUE, nSlaves=8)
xset2<-retcor(xset, method="obiwarp", plottype="deviation")

dev.copy2pdf(device = 2, file = paste(pathResult, "/Ret_Cor-Graph",expe,"_",polar,”.pdf",sep=""), paper="a4", height=9, width=14)
xset3<-group(xset2, minfrac = 0.2, bw = bw, minsamp = 1, mzwid = mzwid, max = 50, sleep = 0)

xset5<-fillPeaks(xset3)

# rapport final avec statistiques de différences entre les deux classes
reporttab <- diffreport(xset5, filebase =paste(pathResult,"/Rapport_",expe,"_",polar, sep=""), mzdec=4, eicmax=5000, metlin = metlin, classeic=]

#gecriture du fichier Excel
dir.create(paste(pathResult,"/Rapport_",expe,"_",polar,"_diffreport/", sep=""), showWarnings = FALSE)
write.table(reporttab,paste(pathResult,"/Rapport_",expe,"_",polar,"_diffreport/resultat_",expe,"_",polar,".xls", sep=""),sep=""1"})

library(CAMERA})

#annotation version rapide?

an<-annotate(xsg,pval=0.05, nSlaves=8, calcIso=TRUE, calcCaS=FALSE, maxcharge=3, maxiso=4, minfrac=0.5,
ppm=15, mzabs=0.015, gquick=FALSE, psg_list=NULL, rules=NULL,
polarity=polarity)

diffreporti<-getPeaklist(an)

#diffreport <- annotateDiffreport(xsg,pval th=0.05,fc=0.1, nSlaves=8, calciso=TRUE, calcCaS=FALSE, maxcharge=3, maxiso=4, minfrac=0.5,

# ppm=15, mzabs=0.015, quick=FALSE, psg 1ist=NULL, rules=NULL,

# polarity=polarity, sortpval=FALSE)

diffreport<-cbind(reporttab,diffreporti[,c("isotopes"”, "adduct","pcgroup")])

write.table(diffreport, file=paste(pathResult,"/result_", expe,"_",polar,"_CAMERA_diffreport-fast.x1ls",sep=""), row.names=FALSE, sep="'t")

library(FactoMineR)
pca3<-PCA(t(matacp), axes=c(1,2))
pca3<-PCA(t(matacp), axes=c(1,3))
pca3<-PCA(t(matacp), axes=c(2,3))
pcad<-PCA(t(matacplog2))

# -- output png --

# Percentage of variance

png("percentage_of_variance.png", width =800, height = 400});
barplot(resPCA%$eig$per,xlab="Components",ylab="percentage of variance");

dev.off() h

png("eigenvalue.png", width =800, height = 400);
barplot(resPCA%$eigseig,xlab="Components",ylab="eigenvalue");
dev.off()

library(ctc)

# -- Normalization.: logratio --

if (normalization) {
data=t(scale(t(data)))

n



library(xcms)
loaddata()
polar<-"Pos"

noise=250000
xset <- xcmsSet(cdffiles,ppm=ppm, mzdiff=mzwid, peakwidth=peakwidth, noise=noise, snthresh=snth, method="centwWave", fitgauss=TRUE, nSlaves=8)
xset2<-retcor(xset, method="obiwarp"
dev.copy2pdf(device = 2, file = past
xset3<-group(xset2, minfrac = 0.2, b
xset5<-fillPeaks(xset3)

:, Illllidth=‘ ;)

# rapport final avec statistiques de
reporttab <- diffreport(xsets, fileb etlin = metlin, classeic=]
#gecriture du fichier Excel
dlr create(paste(pathResult "/Rappor
write.table(reporttab,paste(pathResu

llbrary(CAMERA}
#annotation version rapide?
an<-annotate(xsg, pval 0.05, nSlaves=
ppm=15, mzabs=0.015, guick=FALSE,
polarity=polarity)
diffreporti<-getPeaklist(an)

-

=FALSEC

# polarity=poelarity, sortpval=
dlffreport< cblnd(reporttab dlffrepo
write.table(diffreport, file=paste(p es=FALSE, sep="\1")

library(FactoMineR)
pca3<-PCA(t(matacp), axes=c(1,2))
pca3<-PCA(t(matacp), axes=c(1,3))
pca3<-PCA(t(matacp), axes=c(2,3))
pcad<-PCA(t(matacplog2))

# -- output png

=]

#* centage of variance
Pﬂg("percentage of_variance.png", wi
barplot(resPCA$eig$per,xlab="Compone
dev.off()

png("eigenvalue.png", width =800, he
barplot(resPCA%$eigseig,xlab="Compone
dev.off()

llbrary(ctc}
1f (normaliéétlon) {_ c
data=t(scale(t(data)))

1
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Introduction

. Les outils avec interface graphique click bouton sous windows

+ trés ergonomique
— trop ergonomique — manque de souplesse

— faut pas réver ! Vous avez déja vu un thesard trouver le temps pour falg de

beaux boutons verts ? . _ S
¢ S
. [ ]

— payant ?

MetaboAnalyst Z0) i B

--a comprehensive tool suite | -

. . !
. Les outils en ligne sur Internet

Processing MS spectra :

+ trés ergonomique T

I| I.| ('EI'bF e X8 ar

— trop ergonomique — mangue de souplesse

— une infime part des outils dlsponlbles

— réparti un peu partout sur les-différents sﬂesunversﬂawes

— souvent limité en terme de taille de soumission

— il ne faut pas étre parano



ﬁtg;g;f Biologique :
Aoy Introduction

...Les outils en lignhe de commande

+ represente la quasi-majorité des outils scientifiques
+tres.complet en terme de parametre

+ peuvent tourner-sur des clusters de calcul

+ les g33ks adorent-car-automatisable, workflowsable, ...
— nécessite un minimum de connaissance en linux

— mangue cruellement d'ergonomie



-@ Station Biologique
¥ Roscoff

A

Le projet Workflow4Metabo

e Le projet Worflow4Metabolomics
— outils et workflows pour I'analyse en métabolomique

e V0(06/2012): Preuve de concept
— Stage d’une étudiante (1 mois)
— L'intégration du package XCMS

e V1(2012/2013)
— Collaboration entre MetaboMER (Roscoff) & PFEM (Clermont Ferrand)
— Développement collaboratif

e V2(2013/2014)
— Collaboration entre MetaboMER (Roscoff) , P2M2 (Rennes) et ABIMS (Roscoff)
— Développement collaboratif autour du workflow



atggg;f Biologique :
Le projet Workflow4Metabo

Stats
Analysis

Identification

Peaks
Annotation
Data
Filtering
Data
Correction

Data
Extraction




@ Station Biologique
¥ Roscoff

Le projet Workflow4Metabo

Identification

In-house or web

Stats. DB (HMDB,
Ana|y5|s MASSBANK,...),
HR2,
Peaks Anova,
. ACP,
Annotation Hierarchical
clustering,
Data CAMERA, PLSDA
. . In-house
Filtering adducts DB

Data Correlation
Correction clustering,

Pools filtering a4
Data Normalization A.ls

: (batch, internal
Extraction references)

«» Outils existants
Xcms

< ABIMS & P2M2 & PM

Quality Control Metabomer projets

ACP, Plotsituation < ABIMS & PFEM prOjetS mmu‘_.liﬂf;::r:.mm

>




INTRODUCTION / GALAXY



ﬁtg;g;f Biologique :
Aoy Introduction

. Setup TP
. http://galaxy.sb-roscoft.fr

. Compte

— login@sb-roscoft.fr

kkkkkkkkk

. Support de cours :

http://application.sb-roscoff.fr/download/fr2424/abims/lecorguille/cours/galaxy-init-metabo.pdf


http://galaxy.sb-roscoff.fr/
mailto:login@sb-roscoff.fr

Tools

search tools

Get Data
= Upload File from your computer

Workflow RNA-seq de novo by ABIMS

Workflow RNA-seq with reference by
ABIMS

Workflow 4 Metabolomics

Primer
RNASeq
InterEsil
Statistics
Utils
Phylogenetics
Debug

Text Manipulation

FASTA manipulation
Join, Subtract and Group
Filter and Sort
NCEIBLAST+

= NCBIBLAST+ blastn Search
nucleotide database with
nucleotide query sequence(s)

NCBI BLAST+ blastp Search
protein database with protein

guery sequence(s)

NCBI BLAST+ blastx Search
protein database with translated
nucleotide query sequence(s)

NCBI BLAST+ thlastn Search

U P S TR SR TP S

Analyze Data  Workflow  Shared Data~  \isualization~  Help~

MNCBI BLAST+ blastx (version 0.0.17)

Nucleotide query sequence(s):

1:human_proteinfas 2

Subject databaselsequences:

FASTA file from your history (see warning note below) =

Protein FASTA file to use as database:

1:human_proteinfas =

Query genetic code:

1. Standard

Set expectation value cutoff:
0.001

Output format:

Tabular (extended 24 columns) =

Advanced Options:

Hide Advanced Options =
Execute [:3

Note. Database searches may take a substantial amount of ime. For large input datasets it is advisable to allow overnight
processing.

What it does
Search a protein database using a transiated nucleotide query, using the NCBI ELAST+ blastx command line tool.

You can also search against a FASTA file of subject protein sequences. This is not advised because it is slower (only one CPU is
used), but more importantly gives e-values for pairwise searches (very small e-values which will look overly signficiant). In most
cases you should instead turn the other FASTA file into a database first using makeblastdb and search against that.

Output format

Because Galaxy focuses on processing tabular data, the default output of this tool is tabular. The standard BLAST+ tabular output
contains 12 columns:

History

Human protein study
53 MB

2:chr2? check.gff3

1: human protein.fas

19

Using 41%
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Introduction

laxy c'est ...

Plus besoin de lancer une ligne de commande dans un terminal
Plus besoin de connaitre la programmation ou le scripting

Des jobs soumis de maniere transparente sur un cluster de calcul
Un gestionnaire d'historique et de données sécurisees

Un systéme de partage de données ou de protocoles

Des boites a outils dans plusieurs domaines de la bioinformatique
- NGS — Chimie
- Métabolomique — Etc ...
- Statistique — Analyse d'image

Une interface web




atggg;f Biologique :
‘ Introduction

RNA-Seqg Analysis Tools

CLC Bio

Geneious

Galaxy Command Line

0- @
iIPlant DE ‘

DIFFICULTY OF USE/LEARNING CURVE

Size of dot indicates flexibility/power
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Introduction

. Pourquoi Galaxy ?

. Accessibilité

— Acces a des outils de bioinformatique sans connaissance en
informatique

- Ergonomie a géometrie variable

-~ Modularité
. Reproductibilité

— Tracabilité des parametres
. Transparence

- Partage des données et protocoles
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Introduction

Monsieur [login@n0 ~]$ cdprojet
GEEK [login@nO login]$ cd 13-07-29-panda/tmp/mapping

[login@nO mapping]$ cat tophat.gsub

#1/bin/bash

#$ -S /bin/bash

#$ -M login@sb-roscoff.fr

#$ -m bea

#$ -V

#$ -cwd

#$ -0 gqsub.out

#$ -e qsub.err

I
&)

D

f

1/

tophat2 panda_v121029 ../input/11IR1-1.fq ../input/11IR1-2_fq
-GTF ../input/panda_v121029.gtf --b2-sensitive -r 100
—num-threads 8

D @ [®

I

[login@n0 mapping]$ gsub -q long.q -pe thread 8 tophat.qgsub

Your job 5338969 (‘'tophat.qsub’™) has been submitted

|
% |
|

|
|| ¢

-




Station Biologique
¥ Roscoff

Introduction

[login@n0O ~]$ cdprojet

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

#$ -S /bin/bash

#$ -M login@sb-roscoff.fr

#$ -m bea

#$ -V

#$ -cwd

#$ -0 qsub.out

#$ -e qsub.err

tophat2 panda_v121029 input/11IR1-1.fq ../input/11IR1-2_fq
-GTF ../input/panda_v1l 9.gtf --b2-sensitive -r 100
—num-threads 8

[login@n0O mappi $ gsub -g long.q -pe thread 8 tophat.gsub
Your job 5338969 (‘'tophat.qsub’™) has been submitted

Galaxy | ABIMS

Topheld fem s 03|

Monsieur o

egean 2
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CHES LeMC

»@ Station Biologique
g Roscoff

Introduction

[lecorguille@n0 ~]$ e-PCR --help =~ Galaxy / ABiMS
e-PCR: invalid option -- -
usage: [-hV] [posix-options] stsfile [fasta ...]

e-PCR (version 1.0.0)

[compat-options] STefle: - —
Whe re pOS i X—Opt i ons are- r:::l |_:ali:?b;:|llar] Trinity on data 9..Transcripts =
#it Margin (default 50) Casta file:
## WO rdS i ze (defau I t 7) 100: Trinity on data 9. Transcripts  +
## Max mismatches allowed (default 0) format : fasta
## Max indels allowed (default 0) Wordsize (W):
it Use ## discontiguos words, slow if !
#H#>1 s
Hit Set output Ffile '
#it Set output format:
1 - classic, range (posl..pos2)
- classic, midpoint ooty by
- tabu I ar Margin (M):
- tabular with alignment in 50
CommentS Set maximal allowed deviation of hit product size from expected STS size.
(S I OW) Sﬁjﬂaun sts lower size (D):
Set defau I t S i zZe range E—evlv::::ersz..w STS size range - values used for STSs that have no size associated in file.
(defau I t 100—350) Set default sts higher size (D):
Turn hits postprocess on/off 400 . . r

Verbosity flags
Use presize alignmens (only if

Max mismatches allowed (N):

gapS>O) M S I OW Set maximal number of mismatches allvwed in primer-to-sequence al OQnMment (per pr mer!).
a - Allways or ¥ - as Fallback Max indels allowed (G):
Use 5"-end lowercase masking of 0
pr i mers (defau I t _) Set maximal number of gaps allowed In primer-ig-sequence algnment (per pr mer!).
- Set output format (T):
Uppercase all primers (default -) — "
Output formats

>



.@ Station Biologique
¥ Roscoff

Introduction

A

Galaxy / ABIiMS

findPeaks.matchedFilter(object, fwhm = 30, sigma =f

xcms.xcmsSet (version 20131212)

Arguments library directory name:
object xcmsRaw object | |
fuhm full width at half maximum of matched filtration gaussian model 1 The name of your library directory in /projet/sbr/galaxy/import/user/username@sb-roscoff.fr/
used to calculate the actual sigma, see below. Method:
sigma standard deviation (width) of matched filtration model peak matchedFilter ~
; . Choose the method used for finding peaks
max maximum number of peaks per extracted ion chromatogram
. . . tep:
snthresh signal to noise ratio cutoff
0.01
t t ize t fi fil ti : : )
step siep size {o s 1or profiie generation the peak detection algonithm creates extracted ion base peak chromatograms (EIBPC) on a fixer
steps number of steps to merge prior to filtration
fwhm:
mzdiff minimum difference in m/z for peaks with overlapping retention tim
index return indicies instead of values for m/z and retention times full width at half maximum
sleep number of seconds to pause between plotting peak finding cycles Advanced options:
scanrange scan range to process show ~

signal to noise ratio cutoff

steps:

I

the peak identification algorithm combines a given number of EIBPCs prior to filtration and peak

o Authors Colin A. Smith csmith@scripps.edu, Ralf Tautenhahn rtautenh@gmail.com, Steffen N
T‘ hpaul.benton08@imperial.ac.uk, Christopher Conley cjconley@ucdavis.edu




Tools

search tools

Get Data
= Upload File from your computer

Workflow RNA-seq de novo by ABIMS

Workflow RMA-seq with reference by
ABIMS

Workflow 4 Metabolomics

Primer
RNASeq
InterEsil
Statistics
Utils
Phylogenetics
Debug

Text Manipulation

FASTA manipulation
Join, Subtract and Group
Filter and Sort
NCBIBLAST+

= NCBIBLAST+ blastn Search
nucleotide database with
nucleotide query sequence(s)

NCEBI BLAST+ blastp Search
protein database with protein

query sequence(s)

NCBI BLAST+ blastx Search
protein database with translated
nucleotide query sequence(s)

MNCBI BLAST+ thlastn Search

e eV

L'interface de Galaxy

Analyze Data  Workflow  Shared Data~  Visualization-  Help~

. History

MNCEI BLAST+ blasix (version 0.0.17)
Human protein study

Nucleotide guery sequence(s): 5.3 MB

1:human_proteinfas =

, 2: chr22 chechk.gff3
Subject database/sequences:

FASTA file from your history (see warning note below) = 1: human protein.fas

Protein FASTA file to use as database:

1:human_proteinfas 2

Query genetic code:

L3

1. Standard

4

Set expectation value cutoff:
0.001

Output format:

Tabular (extended 24 columns) 2

Advanced Options:

Hide Advanced Options 2
Execute [:}

Note. Database searches may take a substantial amount of time. For large input datasets it is advisable to allow overnight
processing.

What it does
Search a protein database using a trans/ated nucleotide query, using the NCBI BLAST+ blastx command line tool.

You can also search against a FASTA file of subject protein sequences. This is not advised because itis slower (only one CPU is
used), but more importantly gives e-values for pairwise searches (very small e-values which will look overly signficiant). In most
cases you should instead turn the other FASTA file into a database first using makeblastdb and search against that.

Output format

Because Galaxy focuses on processing tabular data, the default output of this tool is tabular. The standard BLAST+ tabular output
contains 12 columns:

| T P |

Using 41%

@ 1 %
@ %



L'interface de Galaxy

le menu

- GﬂlﬂXY ,lr ABIiMS Analyze Data  Workflow  Shared Data~  Visualizaion=  Help»  User- Using 41%




L'interface de Galaxy

la liste des outils

search tools

Get Data
= Upload File from your computer

Workflow RNA-seq de novo by ABIMS

Workflow RMA-seq with reference by
ABIMS

Workflow 4 Metabolomics

Primer
RNASeq
InterEsil
Statistics
Utils
Phylogenetics
Debug

Text Manipulation

FASTA manipulation
Join, Subtract and Group
Filter and Sort
NCBIBLAST+

= NCBIBLAST+ blastn Search
nucleotide database with
nucleotide query sequence(s)

NCEBI BLAST+ blastp Search
protein database with protein

query sequence(s)

NCBI BLAST+ blastx Search
protein database with translated
nucleotide query sequence(s)

MNCBI BLAST+ thlastn Search

e eV



L'interface de Galaxy

formulaire / visualisation / information diverse

MNCEI BLAST+ blasix (version 0.0.17)

Nucleotide guery sequence(s):

1:human_proteinfas =

Subject database/sequences:

FASTA file from your history (see warning note below) =

Protein FASTA file to use as database:

1:human_proteinfas 2

Query genetic code:

L3

1. Standard

4

Set expectation value cutoff:
0.001

Output format:

Tabular (extended 24 columns) 2

Advanced Options:

Hide Advanced Options 2
s

Note. Database searches may take a substantial amount of time. For large input datasets it is advisable to allow overnight
processing.

What it does
Search a protein database using a trans/ated nucleotide query, using the NCBI BLAST+ blastx command line tool.

You can also search against a FASTA file of subject protein sequences. This is not advised because itis slower (only one CPU is
used), but more importantly gives e-values for pairwise searches (very small e-values which will look overly signficiant). In most
cases you should instead turn the other FASTA file into a database first using makeblastdb and search against that.

Output format

Because Galaxy focuses on processing tabular data, the default output of this tool is tabular. The standard BLAST+ tabular output
contains 12 columns:

| T P |



L'interface de Galaxy

I'historique

History - o
Human protein study

53 MB

2: chr22 check.gff? @ 7 %
1: human protein.fas @ {7 %



IMPORT DES DONNEES



Si fichier < 2 Go

IMPORT DES DONNEES



Import d'un fichier de moins de 2 Go stocké sur votre disque local

Analyze Data  Workflow  Shared Data~  Visualization-  Help~-  User Using 42%

Tools i ) History = o
Upload File (version 1.1.3)
search tools _ Unnamed history
File Format:
Get Data 0 bytes it
— 1 Auto-detect .
= Upload File from your computer Which format? See help below ﬂ Your history is empty. Click 'Get Data’

on the left pane to start

ABIMS WORKFLOWS File: 2
Workflow RNA-seq de novo by ABIMS fhomeflecorqguille/tmp/chr22_cl| Browse...

Workflow RNA-seq with reference by PrO0E 0 DTOwser Manons, dproaamy mes rarger man 2GB is guaranteed to fail. To upload large files, use the URL method
ABIMS (below) or FTP (if enabled by the site administrator)
Workflow 4 Metabolomics URLText:
Primer
RNASeq
InterEsil
Statistics Here you may specify a list of URLs (one per line) or paste the contents of a file
Utils
) Convert spaces to tabs:
Phylogenetics
Yes
Debug Use this option if you are entering intervals by hand
ON TOOLS Genome: %
Text Manipulation unspecified (?)

FASTA manipulation
Join, Subtract and Group

Filter and Sort
NCBIBLAST+
NGS: QC and manipulation Auto-detect
NGS: RNA Analysis The system will attempt to detect Axt, Fasta, Fastqsolexa, Gff, Gif3, Himl, Lav, Maf, Tabular, Wiggle, Bed and Interval (Bed with headers)
NGS: Mappin formats. If your file is not detected properly as one of the known formats, it most likely means that it has some format problems (e.q.,
Nas: Mapping . - . - . i C ) R .
i different number of columns on different rows). You can still coerce the system to set your data to the format you think it should be. You
NGS: Picard (beta can also upload compressed files, which will automatically be decompressed.
NGS: SAM Tools
SVDetect
Abl
VarScan
A binary sequence file in 'abl’ format with a ".abl’ file extension. You must manually select this ‘File Format’ when uploading the file.
Workflows
= All workflows -
Axt
< . >

hlacty nainerica alinnmant farmat Eacrh alinnmant hlacl in an avt fila ~containe throo linoae: a coommane lina and 2 camaaneca linoe Blacke



Import par copier/coller dans la zone de texte

Il est aussi possible d'y recopier une url ftp d'un fichier en ligne zippé (zip, tgz, gz)

ex : ftp://ftp.ncbi.nih.gov/blast/db/FASTA/mito.aa.gz
Mais attention a la taille !
-_ Galaxy [ ABiMS Analyze Data F \ n elp !

e _ _ History = =
Upload File (version 1.1.3)
search tools Unnamed history

File Format:

Get D 0 bytes 2

—_ 1 Auto-detect )

= Upload File from your computer Which format? See help below ﬂ Your history is empty. Click 'Get Data’

on the left pane to start
ABIMS WORKFLOWS File:
Workflow RNA-seq de novo by ABIMS Browse...
5 i TIP: Due to browser limitations, uploading files larger than 2GB is guaranteed to fail. To upload large files, use the URL method
Workflow RMNA-seq with reference by | L . C f C
5 Chaloean or ETH Gf e bled bt e pite = olpainictr— oy

ABIMS = : - y — s ~N

Workflow 4 Metabolomics URLText: 2

ABIMS TOOLS >Qi|225735562:5001-89734 Homo sapiens insulin-like growth factor 1 (somatomedin C) (IGF1),

S RefSeaGene on chromosome 12

Brimer GTAGATAAATGTGAGGA CTCTAAATCCCTCTICTGTTTGCTAAATCTCACTGTCACTGCTAA

RNASeq ATTCAGAGCAGATAGAGCCTGCGCAATGGAATAAAGTCCTCAAAATTGAAATGTGACATTGCTCTCAACA

InterEsil TCTCCCATCTCTCTGGATTTC GCTTCATTATTCCTGCTAACCAATTCA CAGACTTTGTACT

o TCAGAAGCAATGGGAAAAATCAGCAGTCTTCCAACCCAATTATTTAAGTGCTGC GTGATTTCTTGA

Statistics AGGTAAATATTTCTTACTCTTTGAAGTCATTGGGGAATTCTATTTAAATTGTGTACTGTTTGCTTICTGCC

Utils TAGAACTGTTCTTCACTTTAAAK CATTGTTTCGGAACCGAGAGTTATTTATAAATTGCTGAATATG

Phylogenetics CAATTCTGTGGAATCTGAAAAATAGC TCGGGGAGATGGATGCATTTGCACAGATATCTGTATGAGTAGAA
ACTATTGCAAGGTACTTATGCTAAATCCTCCACTTCTGCAGGGCTTCCGTGGTGTCATTACAGAAGATTC

—— CTTTAAATCCTCTCTATGGCTAAGGGCTATAGAGCATGGATATGAACTTGGGGA c G =

o CARGTRCAGATRTTTTATT T T TAAGACCATRT IO T T T TGO ATRTRTATATG TR TO T TRTRTRTATGRTRT
COMMON Tt L Here you may specify a list of URLs (one per line) or paste the contents of a file. )
Text Manipulation
i i Convert spaces to tabs:

FASTA manipulation Ves

Join, Subtract and Group Use this option if you are entering intervals by hand.

Filter and Sort
Genome:

NCBIBLAST+ .

) ) unspecified (?) b
NGS: QC and manipulation

NGS: RNA Analysis

=3

NGS: Mapping
NGS: Picard (beta)
NGS: SAM Tools Auto-detect
SVDetect ’ - . , - o o
The system will attempt to detect Axt, Fasta, Fastgsolexa, Gff, Gif3, Himl, Lav, Maf, Tabular, Wiggle, Bed and Interval (Bed with headers)
VarScan formats. If your file is not detected properly as one of the known formats, it most likely means that it has some format problems (e.q.,
different number of columns on different rows). You can still coerce the system to set your data to the format you think it should be. You
Workflows can also upload compressed files, which will automatically be decompressed.
n All workflows -

< Abl i


ftp://ftp.ncbi.nih.gov/blast/db/FASTA/mito.aa.gz

ﬁ%i%}fBiologique
‘ Import

e |es outils filtrent les données d’entrée suivant leurs
formats

. i~ History o0
NCEBI BLAST+ blastx (version 0.0.17)
Human protein stucdy

Nucleotide query sequence(s): 5.3 MB DB
l 1: human_protein.fas :]

. 2: chr22 check.gff3 @ 7 %
Subject databasel/sequences:
[ FASTA file from your history (see warning note below) = | 1: human protein.fas @ %
Protein FASTA file to use as datahase:

e Sile format n’est pas correctement détecté

— ex. text &> tabular
fastq < fastgsanger
tabular < gtf
gtf <> gff3
off3 <> gff2



Si la détection automatique du format échoue ou pour forcer un format :

tabular — gff
fastq — fastgsanger
xml — blastxml

—__ GalaXYfABIMS Analyze Data  V ; \ on Help~ User~ Using 42%

e _ _ History = &
Upload File (version 1.1.3)
search tools Unnamed history
File Format:
E— =) 0 bytes A
Get Data 1 Auto-detect 3 )
= Upload File from your computer diow L} ﬂ Your history is empty. Click 'Get Data’
ta on the left pane to start
Workflow RNA-seq de novo by ABIMS fasta flr22_c/| Browse...
Workflow RNA-seq with reference by o Ipns, uploading nles Targer than 2GB is guaranteed to fail. To upload large files, use the URL method
ABIMS rdaa py the site administrator).
Workflow 4 Metabolomics abular
taxonomy
ABIMS TOOLS
=
Primer
RNASeq
InterEsil
R Here you may specify a list of URLs (one per line) or paste the contents of a file.
Utils
) Convert spaces to tabs:
Phylogenetics
Yes
Debug Use this option if you are entering intervals by hand.
COMMON TOOLS Genome:
Text Manipulation unspecified (?)

FASTA manipulation

Jaoin, Subtract and Group 4

Filter and Sort
NCBIBLAST+
NGS: QC and manipulation Auto-detect
NGS: RNA Analysis The system will attempt to detect Axt, Fasta, Fastqsolexa, Gff, Gff3, Himl, Lav, Maf, Tabular, Wiggle, Bed and Interval (Bed with headers)
NGS: Mappin formats. If your file is not detected properly as one of the known formats, it most likely means that it has some format problems (e.q.,
NGS: Mapping . - . . . ) . . . .
i different number of columns on different rows). You can still coerce the system to set your data to the format you think it should be. You
NGS: Picard (beta can also upload compressed files, which will automatically be decompressed.
NGS: SAM Tools
SVDetect
Abl
VarScan
A binary sequence file in 'abl’ format with a ".abl’ file extension. You must manually select this ‘File Format when uploading the file.
Workflows
= All workflows =
Axt
< . >

Flacts maimesrica alinnmant farmat Each alinnmant Blocelk in am avt fila cantaine thiroa linae s ceoommansg linag and 2 camanea linae Rlacke



Si fichier > 2 Go

IMPORT DES DONNEES



.@ Station Biologique
¥ Roscoff

A

e Création d’une librairie

— L'import des fichiers supérieurs a 2 Go doivent étre
déposés sur le serveur via le protocole FTP (File
Transfert Protocol)

http://abims.sb-roscoff.fr/galaxyproject

Fichiers <2 Go
Monsieur

HTTP A
HEUREUX
Byor Hurgrei

; ~_Galaxy [PEESEr===tun
W

FTP




—> FileZilla

The FREE FYP sollutlon

&

‘t Cyberduck

\&,..- Libre FTP, SFTP, WebDAV & cloud storage browser for Mae & Windows.




.@ Station Biologique
¥ Roscoff

A

e Les parametres
— serveur / host  -->ssh.sb-roscoff.fr
— protocol --> SFTP ou SCP
— port -->22

— user / login > M‘I‘E

— p a SSWO rd 3@ Gestionnaire de Sites A

Sélectionnez une entrée :

| Général | Avancé | Parametres de transfert | Jeu de caractéres
¥ 0§ Mes Sites o =

L guest@no Hote: Issh.sb—roscoff.fr | Port: | |

& no _ Protocole: | SFTP - SSH File TransFer Protocol =]
¥ boscorte
Type d'authentification: | Demander le mot de passe =
Identifiant : | lecorguille |
Mot de passe:
Compte:

Commentaires :

I Nouveau Site | [Noweaugossier_j

I Nouveau Favori |I Renommer J

| supprimer || Copier |

n I Valider I [ Annuler ‘




Import d'un fichier de de 2 Go

WInSCP

" ©®®® ssh.sb-roscoff.fr - sftp://lecorguille@ssh.sb-roscoff.fr - FileZilla

i Zlells =l & S Y

Hote: |ssh.sb-roscoff.f| Identifiant: |lecorguille| Mot de passe: |ssssssssss Port: |22 | Connexion rapide | =
Statut Transfert de Fichier réussi, 12,3 Mo transférés en 1 seconde
Statut Démarrage de 'envoi de /home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML

Commande: put"/home/flecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML" "C14H.mzXML"

Statut : local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML == remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C14H.mzXML
Statut: Transfert de Fichier réussi, 12,4 Mo transférés en 1 seconde
Statut : Démarrage de 'envoi de /fhome/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML

Commande: put"/home/flecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML" "C44H.mzXML"

Statut: local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML => remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C44H.mzXML
Statut Transfert de Fichier réussi, 11,8 Mo transférés en 2 secondes
Statut Démarrage de 'envoi de fhome/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML

Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML" "C24H.mzXML"

Site local: | fhome/lecorguille/tmp/mzXML_copper_stress/ v
v tmp
Intersection_DESeq_-_edgeR_-_.acp

Site distant: | /projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress X

2 keiglmeier@sb-roscoff.fr
2 kgazengel@sb-roscoff.fr

Intersection_DESeq_-_edgeR_-_.hclust

# lamar@sb-roscoff.fr

> annotateDiffreport v lecorguille@sb-roscoff.fr
¥ mzXML_copper_skress v cooper_skress

ref ref

sample 2 sample

Nom de fichier ~ Taille de fic Type de fichier Derniére modifici Nom de fichier ~ Taille de fii Type de ficl Derniére modi Droits d'ac Propriétair

o ref
- sample

Dossier
Dossier

N

Sélection de 2 dossiers. 2 dossiers

Serveur / Fichier local
4 sftp:fflecorguille@s...
/home/lecorguilleft... -=> /projet/sbr/galaxy/imp.. 12,5Mo Norm... Transferten cours

00:00:01 écoulée(s) 00:00:05 restante(s) 21.6% 2 695 168 octets (2.6 Mo/s)
/home/lecorguille/t... -=> /projet/sbr/galaxy/imp.. 12,7 Mo Norm... Transferten cours
Transfert en cours

Directio Fichier distant Taille Priorité Statut

Fichiers en File d'attente (2) | Transferts échoués | Transferts réussis (30)

S =\ [File d'attente : 25,1 Mo 20



Import d'un fichier de de 2 Go

WInSCP

ssh.sb-roscoff.fr - sftp://lecorguille @ssh.sb-roscoff.fr - FileZilla

Stakut: Transfert de Fichier réussi, 12,3 Mo transférés en 1 seconde
Statut: Démarrage de 'envoi de /home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML
Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML" "C14H.mzXML"
Statut : local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML == remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C14H.mzXML
Statut: Transfert de fichier réussi, 12,4 Mo transférés en 1 seconde
Statut : Démarrage de 'envoi de /fhome/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML
Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML" "C44H.mzXML"
Statut: local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML => remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C44H.mzXML
Statut : Transfert de fichier réussi, 11,8 Mo transférés en 2 secondes
Statut : Démarrage de 'envoi de fhome/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML
Commande : put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML" "C24H.mzXML"
Site local: | fhome/lecorguille/tmp/mzXML_copper_stress/ - Sitedistant: | /projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress v
M tmp @ keiglmeier@sb-roscoff.fr
Intersection_DESeq_-_edgeR_-_.acp 2 kgazengel@sb-roscoff.fr
Intersection_DESeq_-_edgeR_-_.hclust # lamar@sb-roscoff.fr
> annotateDiffreport v lecorguille@sb-roscoff.fr
¥ mzXML_copper_skress v cooper_skress
ref ref
sample 2 sample
Nom de fichier ~ Taille de fic Type de fichier Derniére modifici Nom de fichier ~ Taille de fii Type de ficl Derniére modi Droits d'ac Propriétair
- ref Dossier
- sample Dossier
Sélection de 2 dossiers. 2 dossiers
Serveur [ Fichier local Directio Fichier distant Taille Priorité Statut
4 sftp:fflecorguille@s...
/home/lecorguille/t... ->> /projet/sbr/galaxy/imp.. 12,5Mo Norm... Transferten cours
00:00:01 écoulée(s) 00:00:05 restante(s) 21.6% 2 695 168 octets (2.6 Mo/s)
fhome/lecorguilleft... -=> /projet/sbr/galaxy/imp.. 12,7 Mo Norm... Transferten cours

Transfert en cours

Fichiers en File d'attente (2) | Transferts échoués | Transferts réussis (30)

S =\ [File d'attente : 25,1 Mo 70



Import d'un fichier de de 2 Go

' ®O® ssh.sb-roscofffr- sftp://lecorguille@ssh.sb-roscoff.fr - FileZilla

i (B flls 28 = 5N F N
Hote: |ssh.sb-roscoff.f| Identifiant: |lecorguille| Mot de passe: |ssssesssse Port: |22

WIinSCP

Connexion rapide | ~

Message de log

Site local: | fhome/lecorguille/tmp/mzXML_copper_stress/

Site distant: | /projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress

v tmp
Intersection_DESeq_-_edgeR_-_.acp
Intersection_DESeq_-_edgeR_-_.hclust

> annotateDiffreport

¥ mzXML_copper_skress
ref
sample

Nom de fichier ~ Taille de fic Type de fichier Derniére modifici

Sélection de 2 dossiers.

Serveur / Fichier local
4 sftp:fflecorguille@s...
/home/lecorguilleft... -=> /projet/sbr/galaxy/imp.. 12,5Mo Norm... Transferten cours

00:00:01 écoulée(s) 00:00:05 restante(s) 21.6% 2 695 168 octets (2.6 Mo/s)
/home/lecorguille/t... -=> /projet/sbr/galaxy/imp.. 12,7 Mo Norm... Transferten cours
Transfert en cours

Directio Fichier distant Taille Priorité Statut

Fichiers en File d'attente (2) | Transferts échoués | Transferts réussis (30)

2 keiglmeier@sb-roscoff.fr
2 kgazengel@sb-roscoff.fr
# lamar@sb-roscoff.fr

v lecorguille@sb-roscoff.fr
v cooper_skress
ref
2 sample

Nom de fichier ~ Taille de fii Type de ficl Derniére modi Droits d'ac Propriétair

ref Dossier

sample Dossier
2 dossiers

=4 B8 | File d'attente : 25,1 Mo

9



Import d'un fichier de de 2 Go

' ®O® ssh.sb-roscofffr- sftp://lecorguille@ssh.sb-roscoff.fr - FileZilla
4 A S8 © L& L X TN

Hote: |ssh.sb-roscoff.f| Identifiant: |lecorguille| Mot de passe: |ssssesssse Port: |22

Transfert de fichier réussi, 12,3 Mo transférés en 1 seconde

Démarrage de l'envoi de /home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML
Commande: put"/home/flecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML" "C14H.mzXML"
Stakut:
Statut: Transfert de Fichier réussi, 12,4 Mo transférés en 1 seconde
Statut : Démarrage de l'envoi de /home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML
Commande: put"/home/flecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML" "C44H.mzXML"
Statut:

Transfert de fichier réussi, 11,8 Mo transférés en 2 secondes

Démarrage de l'envoi de /home/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML
Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML" "C24H.mzXML"

WIinSCP

Connexion rapide | ~

local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML == remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C14H.mzXML

local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML => remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C44H.mzXML

Site distant: | /projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress

Arborescence ordinateur local

Nom de fichier ~ Taille de fic Type de fichier Derniére modifici

Fichiers ordinateur local

[sélection de 2 dossiers.

Serveur / Fichier local Directio Fichier distant Taille Priorité Statut
4 sftp:fflecorguille@s...
/home/lecorguille/t...

00:00:01 écoulée(s)
/home/lecorguille/Et...

Transfert en cours

—>>

/projet/sbr/galaxy/imp.. 12,5Mo Norm... Transferten cours

00:00:05 restante(s) 2695 168 octets (2.6 Mo/s)

/projet/sbr/galaxy/imp.. 12,7 Mo Norm... Transferten cours

—>>

Fichiers en File d'attente (2) | Transferts échoués | Transferts réussis (30)

2 keiglmeier@sb-roscoff.fr
2 kgazengel@sb-roscoff.fr
# lamar@sb-roscoff.fr
lecorguille@sb-roscoff.fr
cooper_skress
ref
2 sample

Nom de fichier ™
ref
sample

2 dossiers

Taille de fii Type de ficl Derniére modi Droits d'ac Propriétair

Dossier
Dossier

N

=4 B8 | File d'attente : 25,1 Mo

9



Import d'un fichier de de 2 Go

WInSCP

ssh.sb-roscoff.fr - sftp://lecorguille @ssh.sb-roscoff.fr - FileZilla

[ | | | 1 | a = = -
| Y L = 1
A SICE S| & & x = & F 0N

Hote: |ssh.sb-roscoff.f| Identifiant: |lecorguille| Mot de passe: |ssssssssss Port: |22 | Connexion rapide | ~

Stakut: Transfert de Fichier réussi, 12,3 Mo transférés en 1 seconde

Statut: Démarrage de 'envoi de /home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML

Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML" "C14H.mzXML"

Statut : local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML == remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C14H.mzXML
Statut: Transfert de Fichier réussi, 12,4 Mo transférés en 1 seconde

Statut : Démarrage de 'envoi de /fhome/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML

Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML" "C44H.mzXML"

Statut: local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML => remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C44H.mzXML
Stakut: Transfert de Fichier réussi, 11,8 Mo transférés en 2 secondes

Statut : Démarrage de 'envoi de fhome/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML

Commande : put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML" "C24H.mzXML"

Site local: | fhome/lecorguille/tmp/mzXML_copper_stress/

Site distant : [ /projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress

¥ W tmp
¥ Intersection_DESeq_-_edgeR_-_.acp

2 keiglmeier@sb-roscoff.fr
2 kgazengel@sb-roscoff.fr

¥ Intersection_DESeq_-_edgeR_-_.hclust

‘mArborescence serveur distant

» annotateDiffreport ¥ W lecorgui 05C

W mzXML_copper_stress ¥ w cooper_stress
W ref

2 sample

w ref
w sample

Nom de fichier ~ Taille de fic Type de fichier Derniére modifici

[sélection de 2 dossiers.

Serveur / Fichier local Directio Fichier distant Taille Priorité Statut
4 sftp:fflecorguille@s...
/home/lecorguille/t... ->> /projet/sbr/galaxy/imp.. 12,5Mo Norm... Transferten cours
00:00:01 écoulée(s)  00:00:05 restante(s) 2695 168 octets (2.6 Mo/s)

fhome/lecorguilleft... -=> /projet/sbr/galaxy/imp.. 12,7 Mo Norm... Transferten cours
Transfert en cours
Transferts réussis (30)

Fichiers en File d'attente (2) | Transferts échoués

S [File d'attente:25,1Mo0 @@




Import d'un fichier de de 2 Go

ssh.sb-roscoff.fr - sftp://lecorguille @ssh.sb-roscoff.fr - FileZilla

d '_'""?""F""?' el Y

WInSCP

Hote: |ssh.sb-roscoff.f| Identifiant: |lecorguille| Mot de passe: |ssssssssss Port: |22 Connexion rapide |~

Transfert de Fichier réussi, 12,3 Mo transférés en 1 seconde
Démarrage de 'envoi de /home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML
Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML" "C14H.mzXML"

Statut : local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML == remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C14H.mzXML

Statut: Transfert de Fichier réussi, 12,4 Mo transférés en 1 seconde
Statut : Démarrage de 'envoi de /fhome/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML
Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML" "C44H.mzXML"

Statut: local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML => remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C44H.mzXML

Transfert de Fichier réussi, 11,8 Mo transférés en 2 secondes
Démarrage de 'envoi de fhome/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML
Commande : put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML" "C24H.mzXML"

Site local: | fhome/lecorguille/tmp/mzXML_copper_stress/

Site distant: | /projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress

Y ¥ Emp
¥ Intersection_DESeq_-_edgeR_-_.acp
¥ Intersection_DESeq_-_edgeR_-_.hclust
» annotateDiffreport
W mzXML_copper_stress
W ref
w sample

Nom de fichier ~ Taille de fic Type de fichier Derniére modifici

v

Nom de fichier ~
w ref
» sample

2

L
2
w
?
w

| keiglmeier@sb-roscoff.fr
| kgazengel@sb-roscoff.fr
i lamar@sb-roscoff.fr
i lecorguille@sb-roscoff.fr
w cooper_skress
W ref
2 sample

Taille de fii Type de ficl Derniére modi Droits d'ac Propriétair

Dossier
Dossier

N

[sélection de 2 dossiers.

[2 dossiers




Import d'un fichier de de 2 Go

WInSCP

| M ® @ ssh.sb-roscoff.fr - sftp://lecorguille@ssh.sb-roscoff.fr - FileZilla

_Parametres de connexion

Hote: |ssh.sb-roscoff.f| Identifiant: |lecorguille| Mot de passe: |ssssesssss

Message de log

Arborescence ordinateur local Arborescence serveur distant

[s
Fichiers ordinateur local Fichiers serveur distant

4 sftp:/flecorguille@s.

12,5Mo Norm... Transferten cours

2695 168 octets (2.6

12,7 Mo Norm "E'us:e-:' : culvl d eS tran Sferts

):01 écoulée(s)
ymeflecorguille/t
Transfert en cours

Fichiers en File d'attente (2)



Import d'un fichier de de 2 Go

WInSCP

" ©®©® ssh.sb-roscoff.fr - sftp://lecorguille@ssh.sb-roscofF.fr - FileZilla

1 |~ = R ERI

Hote: |ssh.sb-roscoff.f| Identifiant: |lecorguille| Mot de passe: |ssssssssss Port: |22 | Connexion rapide | = 1

altUuC: ransrert de ricnier reussit, 12,5 Mo Cransferes en 1 seconde

Statut: Démarrage de 'envoi de /home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML
Commande: put"/home/flecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML" "C14H.mzXML"
Statut : local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML == remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C14H.mzXML
Statut: Transfert de Fichier réussi, 12,4 Mo transférés en 1 seconde
Statut : Démarrage de 'envoi de /fhome/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML
Commande: put"/home/flecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML" "C44H.mzXML"
Statut: local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML => remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C44H.mzXML
Stakut: Transfert de Fichier réussi, 11,8 Mo transférés en 2 secondes
Statut : Démarrage de 'envoi de fhome/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML
Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML" "C24H.mzXML" 2
Site local: | fhome/lecorguille/tmp/mzXML_copper_stress/ - Site distany: | /projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress v
v tmp T Relgimeler@sb-roscotrir
Intersection_DESeq_-_edgeR_-_.acp 2 kgazengel@sb-roscoff.fr
Intersection_DESeq_-_edgeR_-_.hclust # lamar@sb-roscoff.fr
> annotateDiffreport v T — ff.Fr
¥ mzXML_copper_skress cooper_skress 3
ref -
sample 2 sample
Nom de fichier ~ Taille de fic Type de fichier Derniére modifici Nom de fichier ~ Taille de fii Type de ficl Derniére modi Droits d'ac Propriétair
' ref Dossier
ol sample Dossier
D Monsieur

HEUREUX

flgpr Higrences

A

Sélection de 2 dossiers. 2 dossiers
Serveur / Fichier local Directio Fichier distant Taille Priorité Statut
4 sftp:fflecorguille@s...
/home/lecorguilleft... -=> /projet/sbr/galaxy/imp.. 12,5Mo Norm... Transferten cours
00:00:01 écoulée(s)  00:00:05 restante(s) 2695 168 octets (2.6 Mo/s)
/home/lecorguille/t... -=> /projet/sbr/galaxy/imp.. 12,7 Mo Norm... Transferten cours

Transfert en cours

Fichiers en File d'attente (2) | Transferts échoués | Transferts réussis (30)

S =\ [File d'attente : 25,1 Mo 20



Import d'un fichier de

--Galaxy

-_ Galaxy [ ABiMS Workilow  Shared Data ~ Admin  Help~ :
Data Libraries

search dataset name, info, message, dbkey
Advanced Search

%

Data library name | Data library description

[ lecorguille ]

RMA-seq de-novo Dataset for RNA-seq de-novo, re-ingeneered - ppericard

RMA-seq reference Dataset for RNA-seq with reference genome - acormier



Import d'un fichier de

i Gﬂlﬂxy ,I'- AB]MS Analy; rkflow  Shared Data~  Visuali 1 Admin

Upload files to a data library Browse this data library

Upload a directory of files

Upload option:

Upload directory of files

CNOOSe upload opuan (e, directary, mesysiem paths, current history).

File Format:

Auto-detect

Server Directory

librairiel =

Upload all nles n a sup-aireciony o Iprojeusbrigalaxylimportiuserilecorguille@sb-roscofi.fr on the Galaxy server.

Copy data into Galaxy?

Link to files without copying into Galaxy 2

Normally data uploaded with this ool 1S copled Into Galaxy's configured “file_path” location where Galaxy has a form of control over the data files. However, this may not be i ially for large NGS datas 50 using the
option labeled "Link to files without copying into Galaxy force Galaxy to always read the data from its original path. Any symlinks encountered in the uploaded directory wi
directly to the file that is linked, but no other symlinks further down the line will be dereferenced.

Convert spaces to tabs:
Yes
Use this option if you are entering intervals by hand.

Genome:

unspecified (?)

Message:

This information will be displayed in the "Message” column for this dataset in the data library browser

Restrict dataset access to specific roles:
lecorguille@sb-roscoff.fr

Multi-select list - hold the appropriate key while clicking to select multiple roles. More restrictions can be applied after the upload is complete. Selecting no roles makes a dataset public.

Upload to IiIJEry



Import d'un fichier de de 2 Go

--Galaxy

Shared Data~ W 1 Admin J L Using 42%

: Gﬂlﬂ}iy _I’- ABiIiMS Worldflow

Data Library “lecorguille” Add datasets || Addfolder || Library Actions

‘ ﬂ Added 4 datasets to the library lecorguille’ (each is selected).

Name Message Data type Date uploaded File size
& Bluelightsample paired.l.cleaned.fastq « This job is running auto 2013-09-12 125.6 MB
& BluelLight.sample. paired.2.cleaned.fastg « This job is running auto 2013-09-12 1243 MB
& Dark.sample.paired.1.cleaned.fastg This job is running auto 2013-09-12 90.9 MB
& Dark.sample.paired.2.cleaned.fastg ~ This job is running auto 2013-09-12 89.5 MB

For selected datasets: | Impaort to current history s | Go

ﬂ TIP: You can download individual library datasets by selecting "Download this dataset” from the context menu (triangle) next to each dataset's name.

ﬂ TIP: Several compression options are available for downloading multiple library datasets simultaneously:

« [zip: Recommended for fast network connections
« bzip2: Recommended for slower network connections (smaller size but takes longer to compress)
« zip: Not recommended but is provided as an option for those who cannot open the above formats



Si vous souhaitez utiliser xcms.xcmsSet

IMPORT DES DONNEES



Import d'un fichier de de 2 Go

WInSCP

" ©®©® ssh.sb-roscoff.fr - sftp://lecorguille@ssh.sb-roscofF.fr - FileZilla

1 |~ = R ERI

Hote: |ssh.sb-roscoff.f| Identifiant: |lecorguille| Mot de passe: |ssssssssss Port: |22 | Connexion rapide | = 1

altUuC: ransrert de ricnier reussit, 12,5 Mo Cransferes en 1 seconde

Statut: Démarrage de 'envoi de /home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML
Commande: put"/home/flecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML" "C14H.mzXML"
Statut : local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C14H.mzXML == remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C14H.mzXML
Statut: Transfert de Fichier réussi, 12,4 Mo transférés en 1 seconde
Statut : Démarrage de 'envoi de /fhome/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML
Commande: put"/home/flecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML" "C44H.mzXML"
Statut: local:/home/lecorguille/tmp/mzXML_copper_stress/sample/C44H.mzXML => remote:/projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress/sample/C44H.mzXML
Stakut: Transfert de Fichier réussi, 11,8 Mo transférés en 2 secondes
Statut : Démarrage de 'envoi de fhome/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML
Commande: put "/home/lecorguille/tmp/mzXML_copper_stress/sample/C24H.mzXML" "C24H.mzXML" 2
Site local: | fhome/lecorguille/tmp/mzXML_copper_stress/ - Site distany: | /projet/sbr/galaxy/import/user/lecorguille@sb-roscoff.fr/cooper_stress v
v tmp T Relgimeler@sb-roscotrir
Intersection_DESeq_-_edgeR_-_.acp 2 kgazengel@sb-roscoff.fr
Intersection_DESeq_-_edgeR_-_.hclust # lamar@sb-roscoff.fr
> annotateDiffreport v T — ff.Fr
¥ mzXML_copper_skress cooper_skress 3
ref -
sample 2 sample
Nom de fichier ~ Taille de fic Type de fichier Derniére modifici Nom de fichier ~ Taille de fii Type de ficl Derniére modi Droits d'ac Propriétair
' ref Dossier
ol sample Dossier
D Monsieur

HEUREUX

flgpr Higrences

A

Sélection de 2 dossiers. 2 dossiers
Serveur / Fichier local Directio Fichier distant Taille Priorité Statut
4 sftp:fflecorguille@s...
/home/lecorguilleft... -=> /projet/sbr/galaxy/imp.. 12,5Mo Norm... Transferten cours
00:00:01 écoulée(s)  00:00:05 restante(s) 2695 168 octets (2.6 Mo/s)
/home/lecorguille/t... -=> /projet/sbr/galaxy/imp.. 12,7 Mo Norm... Transferten cours

Transfert en cours

Fichiers en File d'attente (2) | Transferts échoués | Transferts réussis (30)

S =\ [File d'attente : 25,1 Mo 20



.@ Station Biologique
¥ Roscoff

Si les ressources sont conséquentes et publiques

V4

IMRORTDES DONNEES



Pour les ressources consequentes et publiques
ex: swissprot au format blast
chromosome 11 du génome humain au format bowtie2

Faire une demande a support.abims@sb-roscoft.fr
Analyze Data ared Data~ on

Tools ; History = T
NCBI BLAST+ blastn (version 0.0.17)
search tools Unnamed history
MNucleotide query sequence(s):
query seq () 0 bytes it
Get Data .
= Upload File from your computer ﬂ Your history is empty. Click 'Get Data’
Subject databaselsequences: on the left pane to start
ABIMS WORKFLOWS BLAST Database =
Workflow RMA-seq de novo by ABIMS - - ~N
Workflow RNA-seq with reference by Nucleotide BLAST database:
ABIMS nt b
Workflow 4 Metabolomics |
ABIMS TOOLS nt
Primer genbank
e genbank Bacterial
InterEsil genbank Environmental sampling
Statistics
Ut'l genbank EST (expressed sequence tag)
ils
enbank GSS (genome survey sequence
Phylogenetics 9 (@ y=eq )
Debu genbank HTC (high throughput cDNA sequencing)
genbank HTGS (high throughput genomic
TOOLS sequencing) -
Mm k H]ljt‘ .i:“.i\ al IL]:‘Lj Cf]JLiUI =3 )

FASTA manipulation
Join, Subtract and Group
Filter and Sort

NCBIEBLAST+
= NCBI BLAST+ blastn Search Note. Dgtaljase searches may take a substantial amount of ime. For large input datasets it is advisable to allow overnight
processing.

nucleotide database with
nucleotide query sequence(s)

NCBI BLAST+ blastp Search What it does
protein database with protein

clectide e usi nucieotide query, usi AST+ blas i . Algorithms i 51,
query sequence(s) Search a nucleotide database using a nucieotide query, using the NCBI BLAST+ blastn command line tool. Algorithms include blastn

megablast, and discontiguous megablast.

NCEI BLAST+ blastx Search
protein database with translated
nucleotide query sequence(s)

You can also search against a FASTA file of subject nucleotide sequences. This is not advised because itis slower (only one CPU is
used), but more importantly gives e-values for pairwise searches (very small e-values which will look overly signficiant). In most
cases you should instead turn the other FASTA file into a database first using makeblastdb and search against that.

NCBI BLAST+ thlastn Search

sl el il el R

< Output format - >



-@ Station Biologique
¥ Roscoff

. Siressource locale :
- Si<2Go:

. Import depuis Get Data
. Copier/Coller dans la zone de texte
- Si>2Go:

. Import via le protocol FTP
. Sl ressource distante :
- Si<2Go:
. Copier/Coller de I'adresse ftp://
. Siressource type banque publique (brute ou reformatee)

- Demande a support.abims@sb-roscoff.fr pour mise a disposition



mailto:support.abims@sb-roscoff.fr

@ Station Biologique
¥ Roscoff

TP

IMPORT



@ Station Biologique
¥ Roscoff

. Import des données

. local
— z:\formation\metabo-20140128\

. distant
- software : WIinSCP

— protocole : sftp
— host : ssh.sb-roscoft.fr
— path : /projet/sbr/galaxy/import/user/login@sb-roscoft.fr



@ Station Biologique
¥ Roscoff

OUTILS



L'interface de Galaxy

la liste des outils

search tools

Get Data
= Upload File from your computer

Workflow RNA-seq de novo by ABIMS

Workflow RMA-seq with reference by
ABIMS

Workflow 4 Metabolomics

Primer
RNASeq
InterEsil
Statistics
Utils
Phylogenetics
Debug

Text Manipulation

FASTA manipulation
Join, Subtract and Group
Filter and Sort
NCBIBLAST+

= NCBIBLAST+ blastn Search
nucleotide database with
nucleotide query sequence(s)

NCEBI BLAST+ blastp Search
protein database with protein

query sequence(s)

NCBI BLAST+ blastx Search
protein database with translated
nucleotide query sequence(s)

MNCBI BLAST+ thlastn Search

e eV



L'interface de Galaxy

la liste des outils

Tools

-~ —)

-
NCEIBLAST+

= NCBIBLAST+ blastn Search
nucleotide database with nucleotide
guery sequence(s)

NCBI BLAST+ blastp Search protein
database with protein query

sequence(s)

NCBI BLAST+ blastx Search protein
database with translated nucleotide
query sequence(s)

NCEI BLAST+ thlastn Search
translated nucleotide database with
protein query sequence(s)

NCEI BLAST+ thlastk Search
translated nucleotide database with
translated nucleotide query
sequence(s)

BLAST XML to tabular Convert
BLAST XML output to tabular

Workflows
= All workflows



Exemple de formulaire :
. Seélection du fichier d'entrée — filtre sur le type de fichier (ici : fichier fasta)

MNCBI BLAST+ blastp (version 0.0.17)

Protein query sequence(s):

1:human_proteinfas = E}

Subject databasel/sequences:

BLAST Database -

L]

Protein BLAST database:

nr -

-

Type of BLAST:
@ blastp
blastp-short

Set expectation value cutoff:
0.001

Output format:

Tabular (extended 24 columns) *

Advanced Options:

Hide Advanced Options =

Note. Database searches may take a substantial amount of ime. For large input datasets it is advisable to allow overnight
processing.

What it does
Search a protein database using a protein guery, using the NCBI BLAST+ blastp command line tool.

You can also search against a FASTA file of subject protein sequences. This is not advised because itis slower (only one CPU is
used), but more importantly gives e-values for pairwise searches (very small e-values which will look overly signficiant). In most
cases you should instead turn the other FASTA file into a database first using makebfastdb and search against that.

Qutput format

Because Galaxy focuses on processing tabular data, the default output of this tool is tabular. The standard BLAST+ tabular output
contains 12 columns:




Exemple de formulaire :
. Aide sur l'outil

Dans la limite des stocks disponibles

MNCBI BLAST+ blastp (version 0.0.17)
Protein query sequence(s):
1:human_proteinfas * [:}

Subject databasel/sequences:

BLAST Database -

L]

Protein BLAST database:

nr -

-

Type of BLAST:
@ blastp
blastp-short

Set expectation value cutoff:
0.001

Output format:

Tabular (extended 24 columns) *

Advanced Options:

Hide Advanced Options =

( )

Note. Database searches may take a substantial amount of ime. For large input datasets it is advisable to allow overnight
processing.

What it does
Search a protein database using a protein guery, using the NCBI BLAST+ blastp command line tool.

You can also search against a FASTA file of subject protein sequences. This is not advised because itis slower (only one CPU is
used), but more importantly gives e-values for pairwise searches (very small e-values which will look overly signficiant). In most
cases you should instead turn the other FASTA file into a database first using makebfastdb and search against that.

Qutput format

Because Galaxy focuses on processing tabular data, the default output of this tool is tabular. The standard BLAST+ tabular output
contains 12 columns:

\. VAE




Exemple de formulaire :
. lci : possibilité de choisir une banque personnelle dans I'historique ... mais j'en ai pas !

NCEBI BLAST+ blastp (version 0.0.17)

Protein query sequence(s):

1:human_proteinfas 2

Subject databaselsequences:

BLAST database from your history

g,d )

Protein BLAST database:

.
*

Type of BLAST:
@ blastp
blastp-short

Set expectation value cutoff:
0.001

Output format:

Tabular (extended 24 columns) =

Advanced Options:

Hide Advanced Options 2

Note. Database searches may take a substantial amount of ime. For large input datasets it is advisable to allow overnight
processing.

What it does
Search a protein database using a protein query, using the NCBI BLAST+ blastp command line tool.

You can also search against a FASTA file of subject protein sequences. This is not advised because itis slower (only one CPU is
used), but more importantly gives e-values for pairwise searches (very small e-values which will look overly signficiant). In most
cases you should instead turn the other FASTA file into a database first using makeblastdb and search against that.

Qutput format

Because Galaxy focuses on processing tabular data, the default output of this tool is tabular. The standard BLAST+ tabular output
contains 12 columns:




Exemple de formulaire :
. Possibilité de choisir le format du fichier de sortie

Dans la limite des stocks disponibles

MNCBI BLAST+ blastp (version 0.0.17)
Protein query sequence(s):
1:human_proteinfas * [:}

Subject databasel/sequences:

BLAST Database -

L]

Protein BLAST database:

nr -

-

Type of BLAST:
@ blastp
blastp-short
Set expectation value cutoff:
0.001

Output format:

Tabular (extended 24 columns) *

Advanced Options:

Hide Advanced Options =

Note. Database searches may take a substantial amount of ime. For large input datasets it is advisable to allow overnight
processing.

What it does
Search a protein database using a protein guery, using the NCBI BLAST+ blastp command line tool.

You can also search against a FASTA file of subject protein sequences. This is not advised because itis slower (only one CPU is
used), but more importantly gives e-values for pairwise searches (very small e-values which will look overly signficiant). In most
cases you should instead turn the other FASTA file into a database first using makebfastdb and search against that.

Qutput format

Because Galaxy focuses on processing tabular data, the default output of this tool is tabular. The standard BLAST+ tabular output
contains 12 columns:




Exemple de formulaire :
. Possibilité d'accéder a des options avanceées = accessibilité / ergonomie

Dans la limite des stocks disponibles

NCEI BLAST+ blastp (version 0.0.17)

Protein query sequence(s):

1 human_proteinfas 2

Subject databaselsequences:

BLAST Database -

Protein BLAST database:

nr =

-

Type of BLAST:
@ blastp
blastp-short

Set expectation value cutoff:
0.001

Output format:

Tabular (extended 24 columns) 2

(A dvanced Options: \

Show Advanced Options =

Filter out low complexity regions (with SEG):

Scoring matrix:

BLOSUMEZ2 (default) =

Maximum hits to show:
0

Er0 Tor default [Imits

Word size for wordfinder algorithm:
0

Use zero for default, otherwise minimum 2

Should the query and subject defline(s) be parsed?:

This affects the formatting of the queny/subject ID strings
N : — : J
L




Station Biologique
¥ Roscoff

A

Outils

e Lancement de xcmsSet

Galaxy / ABiMS

Tools

' |
| xcmsset I

Q)

Workflow 4 Metabolomics
1 - DATA EXTRACTION
xcms.xcmsSet Filiration and Peak
Identification using xcmsSet function
from xcms R package to preprocess

LC/MS data for relative quantification
and statistical analysis

Workflows
= All workflows

xcms.xcmsSet (version 20140121)

library directory name:

| metaboring ‘
The name of your library directory in /projet/sbr/galaxy/import/userfusername @ sh-roscoff.fr/

Method:

centWave

Choose the method used for finding peaks

=

pm:

I

max tolerated ppm deviation in consecutive scans

peakwidth:
5,30
min peak width in seconds, max peak width in seconds

,
E I

o |B
=
gn-
=]
[x]
o8
o
=
o
=1
wn

Signal/Noise threshold:
0
signal to noise ratio cutoff

I

miz difference:
-0.001
min m/z difference for peaks with overlapping RT

peak limits method:

1 -

i

- peak limits based on smoothed 2nd derivative (less precise) 2 - peak limits based on real data (more sensitive to noise)

prefilter:
3,100
Prefilter step for the first phase. Separate by coma k,l. Mass traces are only retained if they contain at least 'k’ peaks with intensity >= 1’

noise filter:

5000
optional argment which is useful for data that was centroided without any intensity threshold, centroids with intensity smaller than ‘noise’ are omitted from ROI detection

!

Execute

o Authors Colin A. Smith csmith@scripps.edu, Ralf Tautenhahn rtautenh@gmail.com, Steffen Neumann sneumann@ipb-halle.de, Paul Benton hpaul.benton08

ciconley@ucdavis.edu

imperial.ac.uk.

, Christopher Conley

History oo

Unnamed history
0 bytes < =]

ﬂ Your history is empty. Click 'Get Data’
on the left pane to start

R N o e




. Les statuts

&2 3: blastp on db @ {2

Job en attente de soumission

= |le job est dans la « queue » de l'ordonnanceur

La duree de ce statut dépend du nombre de jobs actuellement
en attente et du nombre de cpu demandé



. Les statuts

#%3: blastp on db a i

Job en cours d'exécution

= |le job tourne actuellement sur le cluster de calcul

La duree de ce status depend completement de la nature du job
et de la puissance de calcul allouée

Certains programmes vont pouvoir tourner sur plusieurs
processeurs et disposer de 4, 8 ou 16 Go de RAM. Et d'autres
sont mono-CPU.



Les statuts

3: blastp on db @ [ ¥

Job terminé

Son statut est OK mais des warnings ou des erreurs peuvent se
cacher derriere. Ah hum !



ﬁ%i{ir}fBiologique :
A Outils

. Les statuts

#.93: blastp on db a [ i

Job terminé mais en erreur

= le programme renvoie une erreur

Un programme s'il est bien développé renvoie un code d'erreur :

— =0 sitout s'est bien terminé

— >0 ¢s'il arencontré une erreur

Le programme explique souvent d'ou vient I'erreur

et parfois ... pas.



. Les statuts

#.93: blastp on db a {38

Job terminé mais en erreur

Les sources d'erreur :
—estene P
- Mauvaise utilisation : fichier d'entrée ou format ou option
- Mauvais portage du programme sous Galaxy ... désolé :/
- Plantage non anticipé du programme



Exemple d'erreur

History - &
Copper Stress v3
133.9 MB

i @ %

mzXML copper stress.group.retcor.gro
up.fillPeaks.annotateDiffreport.data ma

trix.tsv_anova pvalue.tabular

6: @ %]

mzXML copper stress.group.retcor.gro
up.fillPeaks.annotateDiffreport. Rdata

5: @ %

mzXML copper stress.group.retcor.gro
up.fillPeaks.RData

4: @ 7 %

mzXML copper stress.group.retcor.gro
up.RData

3 @ § %
mzXML copper stress.RData

2: samplelnfo.tab @ %
1: @ § %

mzXML copper stress.ms.zip

N



Exemple d'erreur

History - O
Copper Stress v3
1339 MB

I @ 8

mzXML copper stress.group.retcor.gro
upfillPeakssannotateDiffreport.data ma
trix.tsv_andva_pvalue tabular

error

An error occurred with this dataset: Fatal
error: Exit code 10 () ERROR: There is a
prablem with the group of condition
(presence of NA). You may need to use
change the mode (column/row) Current
groups : NA NA NA NA NA NA NA NA NA
NA NA NA NA NA NA NA NA NA NA NA
NA NA NA NA NA NA NA NA NA
#OU

&: @ J ®

mzXML copper stress.group.retcor.gro
up.fillPeaks.annotateDiffreport.Rdata

5 @ § %

mzXML copper stress.group.retcor.gro
up.fillPeaks.RData

4 @ § %
mzXML copper stress.group.retcor.gro
up.RData

3 @ %
mzXML copper siress.RData

2: samplelnfo.tab @ 7 %
1 @ %]

mzXML copper stress.ms.zZip



Exemple d'erreur

- Histor 4
Dataset generation errors Y S
Dataset 7: mzXML copper_stress.group.retcor.group.filPeaks.annotateDiffreport.data matrix.tsv_anova pvalue.tabular Copper Stress v3
Tool execution generated the following error message: 133.9 MB 4
3L ® %

Fatal error: Exit code 10 ()

ERROR: There is a problem with the group of condition (presence of NA). You may need to use change the mc wwm
Current groups : up.fillPeaks.annotateDiffreport.data ma

trix.isv_anova pvalue.tabular

error

An error occurred with this dataset: Fatal
error: Exitcode 10 () ERROR: There is a
probiem with the group of condition
(presence of NA). You may need to use
change the mode (column/row) Current
groups : NA NA NA NA NA NA NA NA NA
NA NA NA NA NA NA NA NA NA NA NA
NA NA NA NA NA NA NA NA NA

=
=

View or report this error

6 @ %
mzXML copper siress.group.retcor.gro
up.fillPeaks.annotateDiffreport.Rdata

5: ® %

mzXML copper siress.group.retcor.gro
up.fillPeaks.RData

4 @ %
mzXML copper stress.group.retcor.gro
up.RData

3 ® %
mzXML copper stress.RData

2: samplelnfo.tab @ 7 %

i ® ¥
mzXML copper stress.ms.zip

TEEFEEEESEEEFEESEEETESSEEEEESSEEESEEEES
CEESESEEEEEESEEESEEEESEEESESEEEEEESTESE
B FEFEFFFFEFETF T FFFEFFSTEETEFSEEFZFTsFsEFEERR

T EEEZEEsEssEEEsssssssEssssssssssssss¢E
EEFEEEFEEEEEEEEEEEESEESEESEEEESEEESEES

8eb374e - >

(=W
I

d

1)

rs?i =



Exemple d'erreur

L 'a L aTEL aTEL Ll .
MA NA NA NA NA History = o
MA MA NA NA NA
MA NA NA NA NA Copper Stress v3
MA NA NA NA NA
NA NA NA NA NA 133.9 ME
MA MNA NA NA NA
NA NA NA NA NA X XH @ J 8]
MA MNA NA NA NA mzXML copper stress.group.retcor.g
NA NA NA NA NA roup.fillPeaks.annotateDiffreport.data
MA MA NA NA NA matrix.tsv_anova pvalue.tabular
MA MA NA NA NA error
MA MNA NA NA NA An error occurred with this dataset:
MA NA NA NA NA Fatal error: Exit code 10 () ERROR:
MA MA NA NA NA There is a problem with the group of
MA MNA NA NA NA condition (presence of NA). You may
MA NA NA NA NA need to use change the mode
MA MA NA NA NA (columnirow) Current groups : NA NA
NA NA NA NA NA NA NA NA NA NA NA NA NA
NA NA NA NA NA NA NA NA NA NA NA
: NA NA NA NA NA
. 0L
Report this error to the Galaxy Team % d
The Galaxy team regularly reviews errors that occur in the application. However, if you would like to provide additional information (such ‘H @ ®
as what you were trying to do when the error occurred) and a contact e-mail address, we will be better able to investigate your problem mzXML copper stress.group.retcor.g
and get back to you. roup fillPeaks.annotateDiffreport. Rdat
a
Error Report
5: ® %
Your email mzXML copper stress.group.retcor.g
roup.fillPeaks.RData
lecorguille@sb-roscoff.ir h
4 @ J R
Message mzXML copper stress.group.retcor.g
roup.RData
3 @R
mzXML copper stress.RData
2: samplelnfo.tab @ %
L @R
mzXML copper stress.ms.Zip
data
format: ms_zip, database: ?
Report uploaded ms_zip file -
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L'interface de Galaxy : I'historique

Contient aussi bien les entrées que les sorties

History - =
Human chr22 proteome study

19.1 MB

3: blastp on db @ J ®
2: chr22 check.gff3 @ 7 %
1: human_protein.fas @ %




Renommer, tagger et annoter

Historique

History

Unnamed history
19.1 MB

3: blastp on db

2. chr22 check.gff3

1. human protein.fas

Q
&

@ {8
@ {8
@ {8

History - &

[Human chr22 proteome study ]
19.1 MB

3: blastp on db @ 5
2: chr22 check.gff3 @ 5
1: human proteinfas @ 5

>

Q
&

History

Human chr22 proteome study
19.1 MB

Tags:
human blast chr22

-

Annotation:

Lorem ipsum dolor sit amet, consectetur
adipisicing elit, sed do eiusmod tempor
incididunt ut labore et dolore magna
aliqua.

3: blastp on db @ 7 5%
2: chr22 check.gff3 @ ] 5%
1: human proteinfas @ ] 5%

>



Historique / Objet

Information sur l'objet :

. Code erreur
Sorties standard / error

z ~u
Tool: NCBI BLAST+ blastp History [
Name: blastp on db
Created: Aug 09, 2013 Human chr22 proteome study
Filesize: 13.9 MB 19.1MB
Dbkey: ?
Format: tabular —p—:'ll:;;tl_ e @7 %
. : ines
Galaxy Tool Version: 0.0.17
= ’ - forpoat; tabular, database: 2
Tool Version: blastp: 2.2.27+ Package: blast 2.2.27, build Sep 11 2012 10:14:26 o o
Tool Standard Output: stdout
Tool Standard Error: stderr 1 z 3 4 5 &
Tool Bxit Code: 0 Sp|P31946|14336_HUMAN  sp|A4KZUS|1433B_PONAB  180.08 24€
APIID: Bad4abfofadfi4a393
o o o T — RYLSEVASGDNKQTTVSNSQQAYQEAFE ISKKEMQPTHPIRLGLALNFSVFYYEILNSF
Full Path: hwigalaxy/devigalaxy-distidatabase/ffiles/i001/dataset 1534 .dat
DNKQTTVSNSQQAYQEAFEISKKEMQPTHPIRLGLALNFSVFYYEILNSPEKACSLAKT
Input Parameter Value Note for rerun sp|P31046|1433B_HUMAN  sp|Q4R572|1433B_MACFA  188.86 24f
Protein query sequence(s) 1: human_protein fas RYLSEVASGDNKQTTVSNSQQAYQEAFE ISKKEMQPTHPIRLGLALNFSVFYYEILNSF
Subject database/sequences db DNKQTTVSHSQ0AYQEAFET SKKEMQPTHP IRLGLAL NFSVFYYEI LNSPEKACSLAKT
Protein BLAST database uniprot_swissprot ;
histdb
subject
2: chr22 check.gff3 @
Type of BLAST blastp v R
Set expectation value cutoff 0.0001 1: human proteinfas @ 2
Output format Tabular (extended 24 columns)
Advanced Options basic

Inheritance Chain

blastp on db

T

‘blastp on db' in Blastp



Visualisation de I'objet

Tableau
Image
HTML
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sp|P6B250[14336_BOVIN
sp|QICQVE|1433B_MOUSE
sp|P35213|1433B_RAT
sp|Q5ZLQB|1433B_CHICK
sp|Q6UFZ9|143B1_ONCMY
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sp|Q5XHK2[143BA XENLA
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sp|Q2F637]1433Z_BOMMO
sp|P29310[1433Z_DROME
sp|Q1HR36[1433Z_AEDAE
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sp|A4K2U9[1433B_PO
sp|Q4R572[1433B_MA
sp|P31946[14338_HU
sp|P68250[1433B_BO!
sp|Q9CQVE|1433B_M(
sp|P35213[1433B_RA|
sp|Q5ZLQ6[1433B_CH
sp|Q6UFZ9[143B1_ON
sp|Q5PRDO|143BA_D4
sp|Q5XHK2[143BA XE
sp|QBAVQ3|143BB_XE
sp|Q5XGCB|1433B_XE
sp|P63102[1433Z_RAT
sp|P63101[1433Z_MO
sp|P29361[1433Z_SHE
sp|Q5RE51(1433Z_PO
sp|P63104[1433Z_HUI
sp|P63103|1433Z_BOY
sp|Q5ZKC9|1433Z_CH
sp|Q7T356/143BB_DA
sp|P29309|1433_XENI|
sp|QEUFZ8[143B2_ON
sp|Q6P4Z5|1433Z_XEI
sp|Q91896/1433Z_XEI
sp|Q5ZMD1|1433T_Ch
sp|Q5RFJ2|1433T_PO
sp|P27348[1433T_HUI
sp|Q35Z14|1433T_BO\
sp|Q52MIB|1433T_XE
sp|P68255[1433T_RAT
sp|QBQEX0|1433T RA
sp|P68254|1433T_MO
sp|Q2F637|1433Z_BOI
sp|P29310[1433Z_DRt
sp|Q1HR36[1433Z_AE
sp|Q20655/14332_CAl

sp|P41932[14331_CAF.

k

History = &

Human chr22 proteome study
19.1 MB it

3: blastp on db

21,556 lines Tk

format: tabular, database: 7 LR
hﬂl':i;' '\‘:’/'E %
1 2 3 4 5 6

5p|P31946 | 14338_HUMAN sp|A4K2U09|14338_PONAB lee.68 24f
RYLSEVASGDNKQTTVENSQQAYQEAFELSKKERQPTHP IRLGLALNFSYFYYEILNSF
DNKQTTVESNSQOAYQEAFELSKKERMQPTHPIRLGLALNFSVFYYEILNSPEKACSLAKT
5p|P31946|14338_HUMAN Sp|Q4R372|14338_MACFA lee.ee 24f
RYLSEVASGDNKQTTVENSQQAYQEAFELSKKERQPTHP IRLGLALNFSVFYYELLNSF

DNKQTTVSNSQOAYQEAFEISKKER)PTHPIRLGLALNFSVFYYEI LNSPEKACSLAKT

L3

2:chr2? check.gif3 & J %
1: human protein.fas @ J ®



Historique / Objet

Modification des attributs
e  Renommer
* Annoter...

Q
&

History
Attributes Convert Format Datatype Permissions

Human chr22 proteome study

Edit Atiributes 19.1 MB
Name: 3: blastp on db
blastp_vs_swissprof 21,556 lines
e format: tabular, database: ?
Info: e G & P2
1 2z 3 4 5 6

5p|P31946 | 14338_HUMAN sp|A4K2U09|14338_PONAB lee.68 24f

RYLSEVASGDNKQTTVENSQQAYQEAFELSKKERQPTHP IRLGLALNFSYFYYEILNSF

Annotation | Notes:
DNKQTTYSNSQQAYQEAFEI SKKEMQPTHPIRLGLALNFSVFYYEILNSPEKACSLAKT

blastp vs swissprot
Sp|P31046|1433B_HUMAN  SP|Q4R572|1433B_MACFA  186.88 24¢

RYLSEVASGDNKQTTVENSQQAYQEAFELSKKERQPTHP IRLGLALNFSVFYYELLNSF

in annotation or notes to a

DNKQTTVSNSQOAYQEAFEISKKER)PTHPIRLGLALNFSVFYYEI LNSPEKACSLAKT

Database/Build: 3

unspecified (?7)

2: chr22 check.gif3 & J %
Number of comment lines:
1: human protein.fas @ J ®
Sawve
Auto-detect b

and atempt o correct the above

=
a
(3¢
o
8
T
o
T
a
a
a
“
Y]
5




Ajout de tags et d'annotations

Historique / Objet

Attributes Convert Format Datatype Permissions
Edit Attributes
Name:

blastp_wvs_swissprot

Info:

Annotation | Notes:
blastp vs swissprot

Add an annotation o
Database/Build:

unspecified (?7)

Number of comment lines:

Sawve

Auto-detect

dare not acc

urate

History = O
Human chr22 proteome study

19.1 MB

3: blastp vs swissprot @ 7 %
21,556 lines

format: tabular, database: 7

hﬂll:i':l‘t? =

Tags:
blast &

Annotation:
blastp vs swissprot

1 3 3 4 5 ]

sp|P31046 | 14338_HUMAN sp|A4K2U0|14338_PONAR lee.88 24f
RYLSEVASGDNKOTTVSNSQOAYQEAFELSKKERQPTHPIRLGLALNFSVFYYEILNSF
DNKQTTVSNSQOAYQEAFEISKKERM)PTHPIRLGLALNFSVFYYEI LNSPEKACSLAKT
sp|P31946 | 1433B_HUMAN sp|Q4R572|14338_MACFA led.oe  24f
RYLSEVASGDNKQTTVENSQQAYQEAFELSKKERQPTHP IRLGLALNFSYFYYELLNSF

DNKQTTVSNSQOAYQEAFELISKKEMQPTHP IRLGLALNFSVFYYEILNSPEKACSLAKT
3

2: chr2? check.gff3 @ %8

1: human protein.fas @ 7 %




Historique / Objet

Modification du type de fichier

e Tabular — gtf
« fastq — fastgsanger (phred33)

. o History = O
Aftributes Convert Format Datatype Permissions
Human chr22 proteome study
Change data type 19.1MB
New Type: 3: hlastg. on db @ 7 %
21,556 lines
tabular format: tabular, database: ?
| aset but not modify its contents. Use this if Galaxy has incorrectly guessed the type of yourd el G D [
rdata =
1 2 3 4 5 ]
rgh R , i
sp|P31946]|14336_HUMAN  sp|A4K2UQ|1433B_PONAB  188.88 24f
sam RYLSEVASGDNKQTTVSNSQQAY)EAFEISKKEMQPTHPIRLGLALNFSVFYYEILNSF
scf DHKQTTVSNSQQAYQEAFEISKKEMP THPIRLGLALNFSVFYYEILNSPEKACSLAKT
sff sp|F31946]|1433E_HUMAN  sp|Q4RS572|1433B_MACFA  188.88 24¢
summary_tree RYLSEVASGDNKOTTVSNSQQAY)EAFE ISKKEMOPTHPIRLGLALNFSVFYYEILNSF
svg DNKOTTVSNSQ)AYEAFETSKKEM)PTHRIRLGLALNFSVFYYETLNSPEKACSLAKT
tabix L
tabular -
2: chr22 check.gif3 & J %
1: human protein.fas @ J ®



Historique / Objet

Conversion de type

Dans la limite des stocks disponibles

. o History - O
Aftributes Convert Format Datatype Permissions
Human chr22 proteome study
Convert to new format et
3: blastp vs swissprot @ %8
Convert GFF to BED =
T create a new th the contents of 0 a new format 2: chr2? check.gff3 @ %

Convert 66,141 lines, 1 comments
onver format: gff, database: 2

uploaded gff file
& ® UK

1.5eqname 2.S5ource 3.Feature 4.5tart 5.End

#gff-version 3

chr2z processed_transcript gene 42545877 42551887
chr2z processed_transcript transcript 42548288 42558874
chr22 processed_transcript exon 42548288 4254824¢
chr22 processed_transcript exon 42540030 42540821¢
chr22 processed_transcript exon 42558831 42550874

1]
1: human protein.fas @ 1 %8




Historique / Objet

Visualisation
« Tabular — graphique de type scatterplot
» gff/fbam — visualisation dans un systeme de track

History - =
Scatterplot of 'blastp_vs_swissprot’
Human chr22 proteome study
19.1 MB
Data Controls P
3: blastp ws swissprot @ J ®
Chart Controls 1 1004 21,556 lines
& format: tabular, database: ?
Stafistics 1,000
Chart 900 4 o 1 2 3 4 5 B
. sp|P31046|1433B_HUMAN  5p|A4K2UD|1433B_PONAE  188.88 24f
800 + ' RYLSEVASGDNKQTTVSNSQQAYQEAFE ISKKEMQPTHPIRLGLALNFSVFYYEILNSF
200 ] - DNKQTTVENSQQAYQEAFEISKKEMQPTHP IRLELALNFSVFYYEILNSPEKACSLAKT
g ¢ - sp|P31046|1433B_HUMAN  sp|Q4R572|1433B_MACFA  188.88 24f
E 600+ ' ok RYLSEVASGDNKQTTVSNSQQAYQEAFE ISKKEMOFTHPIRLGLALNFSVFYYEILNSF
= DNKQTTVSHSOQAYQEAFE T SKKEMQPTHP IRLGLALNFSVFYYEILNSPEKACSLAKT
500 - ;
fre
4001 ;
2: chr22 check.gff3 @ 7 5%
300 _
1: human protein.fas & J %
200 »
L3
1001 gel®

T T T T 1
250 300 350 400 450 500 550
length



Historique / Objet

Re-ouverture du formulaire a I'origine de I'objet avec ces options pré-remplies

; History = o
NCEI BLAST+ blastp (version 0.0.17)
Human chr22 proteome study
Protein query segquence(s): 19.1 MB
1 human_proteinfas =
3: blastp vs swissprot <@
Subject databaselsequences: 21 556 lines RS

BLAST Database - format, tabular, database: 7

Protein BLAST database:

uniprot_swissprot  *

5p|P31946 | 14338_HUMAN sp|A4K2U09|14338_PONAB lee.68 24f

Type of BLAST:
@ blastp
blastp-short

RYLSEVASGDNKQTTVENSQQAYQEAFELSKKERQPTHP IRLGLALNFSYFYYEILNSF
DNKQTTVESNSQOAYQEAFELSKKERMQPTHPIRLGLALNFSVFYYEILNSPEKACSLAKT

Set expectationvalue cutoff: 5p|P31946|14338_HUMAN Sp|Q4R372|14338_MACFA lee.ee 24f

0.0001 RYLSEVASGDNKQTTVENSQQAYQEAFELSKKERQPTHP IRLGLALNFSVFYYELLNSF

DNKQTTVSNSQQAYQEAFEISKKEMQPTHPIRLGLALNFSVFYYEI LNSPEKACSLAKT
Output formart: 7

Tabular (extended 24 columns) 2

Advanced Options: 2: chr22 check.gif3 @ %]
i ) Il 1 - .
Hide Advanced Options 2 1: human protein.fas @ %
Note. Database searches may take a substantial amount of ime. For large input datasets it is advisable to allow overnight processing.
What it does
Search a protein database using a protein query, using the NCBI BLAST+ blastp command line tool.
You can also search against a FASTA file of subject protein sequences. This is not advised because itis slower (only one CPU is used), but more
impaortantly gives e-values for pairwise searches (very small e-values which will look overly signficiant). In most cases you should instead turn the other
FASTA file into a database first using makebliastdb and search against that.
Output format
Because Galaxy focuses on processing tabular data, the default output of this tool is tabular. The standard BLAST+ tabular output contains 12 columns:
lealymn|NCBI name Description
gseqid Query Seg-id (ID of your sequence) - >




Suppression d'un objet

Historique / Objet

History

Human chr22 proteome study
19.1 MB

3: blastp vs swissprot

1: human protein.fas

Q
o

@ﬁ'
@ﬁ’



Suppression d'un objet
\WETS

Historique / Objet

, 'objet est dans une sorte de corbeille

History

Human chr22 proteome stut
191 MB

3: blastp vs swissprot

This dataset has been
undelete it or here to
disk

2:chr2? chech.gff3

1: human protein.fas

Sawved Histories

Histories Shared with Me

Create New

Copy History

Copy Datasets

Share ar Publish
Extract Workflow
Dataset Security
Resume Paused Jobs

Collapse Expanded Datasets

" Include Deleted Datasets

Include Hidden Datasets
Unhide Hidden Datasets
Delete Hidden Datasets
Purge Deleted Datasets
Show Structure

Exportto File

Delete

Delete Permanently

Impaort from File



Historique / Objet
Suppression d'un objet

\WETS , 'objet est dans une sorte de corbeille
« Du coup, I'espace disque n'est pas libéré »

History

Human chr22 proteome stut
191 MB

3: blastp vs swissprot

This dataset has been
undelete it or here to
disk

2:chr2? chech.gff3

1: human protein.fas

h

Sawved Histories

Histories Shared with Me

Create New

Copy History

Copy Datasets

Share ar Publish
Extract Workflow
Dataset Security
Resume Paused Jobs

Collapse Expanded Datasets

" Include Deleted Datasets

Include Hidden Datasets
Unhide Hidden Datasets
Delete Hidden Datasets
Purge Deleted Datasets
Show Structure

Exportto File

Delete

Delete Permanently

Impaort from File



Purge des objets deletés
\WETS

Historique / Objet

, la, c'est pour de bon !

History

Human chr22 proteome stut
191 MB

3: blastp vs swissprot

This dataset has been
undelete it or here to
disk

2:chr2? chech.gff3

1: human protein.fas

h

Sawved Histories

Histories Shared with Me

Create New

Copy History

Copy Datasets

Share ar Publish

Extract Workflow

Dataset Security

Resume Paused Jobs
Collapse Expanded Datasets
+" Include Deleted Datasets
Include Hidden Datasets
Unhide Hidden Datasets

Delete Hidden Datasets

Purge Deleted Datasets

Show Swlicture
Exportto File
Delete

Delete Permanently

Impaort from File



Historique / Objet

Purge des objets deletés

\WETS , la, c'est pour de bon !

History

h

Human chr22 proteome stut
191 MB

Sawved Histories

Histories Shared with Me

3: blastp vs swissprot

Create New

, la, c'est pour de bon!

Delete Hidden Datasets

Purge Deleted Datasets
Show Swlicture
Exportto File
Delete

Delete Permanently

Impaort from File



@ Station Biologique
¥ Roscoff

A
adill-=

Historique

Cycle de vie des données

. http://abims.sb-roscoff.fr/galaxyproject

Gestion par l'utilisateur de son quota
Suppression automatique en cours de reflexion

~ 6moisoulan


http://abims.sb-roscoff.fr/galaxyproject

Historique / Objet

Saved history :

« Renommer
o Supprimer [définitivement]

Saved Histories

search history names and tags

R
Advanced Search
Name Datasets Tags Sharing Size on Disk

Human chr22 proteome |«

study 2 1Tag 20.0 MB
X-Files | = ] 0 Tags 353.6 MB
RNAseq de-novo | = g 0 Tags 870.9 MB
ACMS inputtest |« 1 0 Tags 130.6 MB
RNAseq de-novo inputs |~ 4 0 Tags A306 MB

For 0 selected histories:| Rename Delete Delete Permanently

Created

6 days ago

Mar 25,

2013

Mar 20,

2013

Aproz2,

2013

Mar 20,

2013

Undelete

Last Updated +

less than a minute

ago

2 minutes ago

Jun 10, 2013

Apr15, 2013

Mar 20, 2013

=]
[i¢]

Historv LL .

Hum

200 istories Shared with Me
3: blas

Create New
1: hun

Copy History

Copy Datasets

Share ar Publish

Extract Workflow

Dataset Security
Resume Paused Jobs
Collapse Expanded Datasets
Include Deleted Datasets
Include Hidden Datasets
Unhide Hidden Datasets
Purge Deleted Datasets
Show Structure

Exportto File

Delete

Delete Permanently

Import from File



Saved history :

e Renommer

Historique / Objet

o Supprimer [définitivement]

Saved Histories

search history names and tags

Advanced Search

Name Datasets Tags Sharing Size onDisk Created
Human chr22 proteome -
study 2 2 Tags 200 MB 6 days ago
X-Files | » 6 0 Tags 353.6 MB '2*1;{325
[ RNAseq de-novo |~ ] q 0 Tags 87009 MB 2‘1035320'
XCMS inputtest |+ 1 0 Tags 130.6 MB Apr02, 2013
RNAseq de-novo inputs |+ 4 0 Tags 4396 MB 2*1;{323'
For 0 selected histories:| Rename Delete Delete Permanently Undelete
Histories that have been deleted for more than a time period specified by the Galaxy administrator(s) 1

ring=All&sort=-update_time&f-name=All&ftags=All&f-deleted=False&operation=Switch&use_panels=False&id=fcb8d0d44a8d28d0

Last Updated + Status

14 minutes ago

16 minutes ago

current

Jun 10, 2013 history

Aprl5, 2013

Mar 20, 2013

History - O
RNAseq de-novo

8709 MB

100: Trinity on data 98 and @ %8
data 97: Assembled Transcripts

92: @ 0%

Dark.sample.paired.2 fastq good.fastg.
cutadapt.fastg good.fastg.nonrrna.fastg

Jpaired.fastq

91: @ %]
Dark.sample.paired.1.fastg good.fastg.
cutadapt.fastq good.fastg.nonrrna.fastq
Jpaired.fastq

88: @ 8
BlueLight.sample.paired.2.fastq good.fa
sta.cutadapt.fastg good.fastg.nonrrna.f
astq.paired.fasty

@ %]
BlueLight.sample.paired.1.fastg good.fa
stg.cutadapt.fastq good.fastg.nonrrna.f

astq.paired.fastq

4: Dark.sample.paired.2.fastq & J 3%

3: Dark.sample.paired.1fastg @ {7 32

2: @ %
BlueLight.sample.paired.2.fastq

i @ 8
BlueLight.sample.paired.1.fastq
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ﬁ%i{ir;fBiologiq ue
‘ Workflow

. Un workflow est un enchainement d'outils et de parametres
. Peut correspondre au protocole de I'expérience

. Un workflow est construit pour étre rejoué (de maniere plus
OuU moins stricte)



@ Station Biologique
¥ Roscoff

Workflow

A

. Notre workflow

retcor

annotate
group OrOUP | 1>k / DiffReport l

//

PCA

Infile

xcmsSet

anova

hclustering




Notre workflow sauce Galaxy

- Galaxy/ ABiMS

Workflow Canvas | workflowdmetabo

XCITES. XCMmsSet b4
cutput (rdata)
output_info (tabular)

tics_raw (pdf)

XCITIS. Qroup

RData file

XCMS. retcor

RData file

output (rdata)
rpdots (pdf)

tics_cor {pdf)

output (rdata)

rplots (pdf)

HNCIMS.Qroup

RData file

output (rdata)

rplots (pdf)

Workflow

xcms. filPeaks

RData file

®

CAMERA annotateDiffreport
RData file

output (rdata)

output_tsv (tabular)
output_matrix (tabular)
output_zip (zip)

output_image (rdata)

Anova
Data table file

sample info table file

datapvalue

datafitered

!  Using 6%

PCA 32

Data table file

acp_zip (zip)

Hierarchical Clustering  £2

Data table file

hclust_zip (zip)



Création d'un workflow a partir d'un historique

Historu o

Projel  saved Histories
3.TGE  pistories Shared with Me
69: x5
Create New
68: x5 Copy History
§5:xs COPy Datasets

Share or Publish

Dataset Security

58:

xset.gy Resume Paused Jobs
tateDi g japse Expanded Datasets
4.2 ME

Snr Include Deleted Datasets

Rvers Include Hidden Datasets
"Roasl  Unhide Hidden Datasets
20121
Compi
Platior ~ Purge Deleted Datasets
[5_4-|JiT Show Structure

with Al
You ar
|l (i)  Delete

Delete Hidden Datasets

Exportto File

Delete Permanently
binar

Import from File
st W
xset.group.retcor.group.fillPeaks.anno
tateDiffreport.zip

56: ® %

xset.group.retcor.group.fillPeaks.anno
tateDiffreport.data matrix.tsv

55: @ ¥

xset.group.retcor.group.fillPeaks.anno
tateDiffreport.tsv

54; ® (%
xset.group.retcor.group.fillPeaks.anno
tateDiffreport. Rdata




Création d'un workflow a partir d'un historique
. Changement du nom

Possibilité de décocher des étapes

The following list contains each tool that was run to create the datasets in your current history. Please select those that you wish to include
in the workflow.

Tools which cannot be run interactively and thus cannot be incorporated into a workflow will be shown in gray.

Workflow name
Workflow constructed from history "Projet Cidre Misharl®

Create Workflow | | Checkall || Uncheck all

Tool History items created

1: xset.RData

Xcms.xcmsSet
p 2:sample_info.tab

& Include "xcms.xcmsSet” in workflow
3: xset.TICs_raw.pdf

XCms.group 4: xset.group.RData

& Include "xcms.group” in workflow 5: xset.group.Rplots.pdf

xcms fillPeaks
p 21:xsetgroup.fillPeaks.RData

& Include "xcms fillPeaks” in workflow

22: xset.group.fillPeaks.diffreport.tsv
xcms diffreport WS: xset.group fillPeaks.diffreport.data_matrix.tsv
[ Include "xcms. diffreport” in workflow 24: xset.group.fillPeaks.diffreport.zip
25: xset.group.fillPeaks.diffreport.RData
26: xset.group.annotate Diffreport.tsv
CAMERA.annotateDiffreport 27: xset.group.annotateDiffreport.data_matrix.tsv
& Include "CAMERA.annotateDiffreport” in workflow 28: xset.group.annotate Diffreport.zip

29: xset.group.annotate Diffreport.Rdata

Xcms.retcor
p 31:xsetgroup.retcor.TICs corrected.pdf

W Inrhnidae “sweme ratenr” in sarorkflossr



Liste des workflows

e Possibilité de créer un workflow de zéro

-'_'_ Gﬂlﬂxy;’ ABIMS Analyze Dat:  Workflow  Shared Data Visualizatior Admir elp T

Your workflows [ &) Create new workflow ] 4 Upload or import workflow
Name # of Steps
workflowdmetabo ~ % 11
imported: RNA-seq de-novo assembly ~ 13
imported: RNA-seq de-nove cleaning ~ 7
RMNA-seq de-novo cleaning - 7
RMNA-seq de-novo assembly = 12
RMNASeq - DE analysis - DESeq - edgeR - WVenn - HAC - ACP - 11
Annotation and Filter ~ 9
Workflow constructed from history "X-Files’ = 3
Workflow RNAseq de-novo = 12

Workflows shared with you by others
Mo workflows have been shared with you.
Other options

Configure your workflow menu

08-01-2014



Edition d'un workflow

Your workflows &) Create new workflow 4 Upload or import workflow
Name # of Steps
workflowdmetabo * | 11
im by = 13
< Run f
imp  Share or Publish ling - 7
FIN: Download or Export 7
| Copy
RN Rename 12
1 Views !
RN VEW edgeR - Venn - HAC - ACP - 11
Delete |
Annucms are Fner = 9
Workflow constructed from history "X-Files’ - 3
Workflow RNAseq de-novo ~ 12

Workflows shared with you by others
Mo workflows have been shared with you.
Other options

Configure your workflow menu

galaxy.sb-roscoff.frfworkflow#



Edition d'un workflow :

Le canevas
Glisser-Déposé

Workflow Canvas | workflowdmetabo

NCITIS. Qroup

RData file

Xcms.retcor

RData file

output (rdata)
rplots (pdf)

tics_cor (pdf)

output (rdata)

rplots (pdf)

XCMs. XCmsSet &®
output (rdata)
output_info (tabular)

tics_raw {pdf)

XCIMS, group

RData file

output (rdata)

rpdots (pdf)

xcms. fillPeaks

RData file

®

output (rdata)

CAMERA.annotateDil

RData file

output_tsw (tabular)
output_matrix (tabulal
output_zip (zip)

output_image (rdata)




Edition d'un workflow :

» Ajout d'un nouvel outil dans le workflow

Get Data

Workflow RNA-seq de noveo

Workflow RNA-seq with reference

Workflow 4 Metabolomics

xcms.xcmsSet Fitration and Peak
Identification using xcmsSet
function from xcms R package to
preprocess LC/MS data for relative
quantification and statistical analysis

xcms.greup Group peaks together
across samples using overlapping
miz bins and calculation of
smoothed peak distributions in
chromatographic time.

xcms.retcor Retention Time
Correction using retcor functio
from xcms R package

xcms fillPeaks Integrate the signal
in the region of that peak group not
represented and create a new
peak

xems.diffreport A report showing
the maost statistically significant
differences in analyte intensities

CAMERA annotateDiffreport
Wrapper function for the xcms
diffreport and the annotate
function. Returns a diffreport within
the annotation results.

Determine VdK or Lowess choose
between finear and lowess

Normalization VdK/Lowess
Normalize intensities (linear or
none linear model)

Workflow Canvas | workflowdmetabo

XCMs.XCmsSet ®
output (rdata)
output_info (tabular)

tics_raw {pdf)

Xcms.retcor

RData file

output (rdata)
rplots (pdf)

tics_cor (pdf)

XCITIS. group ®

RData file

output (rdata)

rplots (pdf)

CAMERA.annotate Dl

output_tsv (tabular)

® xcms. retcor 3
ACMS.group ®
RData file 2
RData file
output (rdata)
output (rdata)
rplots (pdf)
P rplots {pdf)
tics_cor (pdf)
RData file
XCITES, group 2
i output_matrix (tabulal
RData file fillPeaks bxd put_

output (rdata)

output_zip (zip)

b 5.4 hF!EIa a file

it (rdata)

3

rplots (pdf) 11

output_image (rdata)




Edition d'un workflow :

» Ajout d'un nouvel outil dans le workflow

Workflow Canvas | workflowdmetabo o Details

Tool: xcms.group

3 - save

Version: 20131212

RData file
Data input image’ (rdata)
Method:
XCMs. retcor
B ¥Cms.retcor =®
tData, fi :
RData file RData file

output (rdats)

output (rdata)
rplots (pdf)

rplots (pdf) 0.5
tics_cor (pdf) i
tics_cor (pdf) mazwid: v
0.25

CAMERA annotateDi

S, Group b4 l : hide, =

Jata file e . A o B G fillPeaks ® e

RData file RData fie r_::)}& - output_matrix (tabulal | Edit Step Actions

lots (pdf) DL (fiae) output (rdata) Ds:“-u' i (rdata output_zip (zip) vename Dataset =
Fplots (i) rplots (pdf) output_image (rdata) output  *

le info table

datapvalue

datafitered
Edit Step Attributes

Annotation | Notes:

€} Authors Colin A Smith
csmith@scripps.edu, Raff Tautenhahn




Edition d'un workflow :

 Rendre paramétrable un parametre au moment de I'exécution

Workflow Canvas | workflowdmetabo & Details

Tool: xcms.group

Version: 20131212

RData file
Data input “image’ (rdata)
Method:

density =

TR R % xCms.Tetcor un

i RData file £
Oulpu (7data) output (rdata) “: : S
rpiots (pdf) rplots (pdf) mzwid: v

tics_cor (pdf)
= f tics_cor (pdf) 0.25 3

Advanced options:

hide 2
NCITES. group b4
- NCITES. Qroup % ¥ T : -
RData file XCIMS. QroUup = scms filPeal Edit Step Actions
RData file :
output (rdata) RData file

RData file Rename Dataset =
cutput (rdata) PR

rplots (pdf) output (rdata) output (rdat output =

Tplots (pdf) rplots (pdf)

XCMS. HEMSSet " l

cutput (rdata)

output_info (tabular) Edit Step Attributes
tics_raw (pdf) Annotation | Notes:

Faire de méme pour xcmsSet :
- library directory name

€} Authors Colin A. Smith
csmithi@scrip , Ralf Tautenhahn

rtautenhi@gmail.com, Steffen -

itor?id=9c4fb%a8da54ce48#



Lancer un workflow

Your workflows ) Create new workflow 4 Upload or import workflow
Name # of Steps
workflowdmetabo = | 11
. hemply = 13
i|11. Share or Publish L ~ 7
m; ownload or Export 7
| Copy
m Rename 12
Ry View [ edgeR - Venn - HAC - ACP + 11
. Delete |

[1=]

S —

%]

Workflow constructed from history "X-Files' -
Workflow RNAseq de-novo = 12
Workflows shared with you by others
Mo workflows have been shared with you.
Other options

Configure your workflow menu

galaxy.sb-roscoff.fr/fworkflow#



Lancer un workflow

Parametres par défaut
Parametres a renseigner

0L
o

Running workflow "workflow4metabo" Expand All || Colapse History

Unnamed history
Step 1: xcms.xcmsSet (version 20131212)

0 bytes
{ library directory name ] ﬂ Your history is empty. Click 'Get Data
arabidal h‘ on the left pane to start

Method
matchedFilter

step

0.01

fwhm

30

Advanced options
hide

Step 2: xcms.group (version 20131212)

RData file
Output dataset "output’ from step 1

Method
density

E |

minfrac
Nns

mzwid

0.25

Advanced options

hide

Step 3: xcms.retcor (version 20131212)
Step 4: xcms.group (version 20131212)

Step 5. xcms.retcor (version 20131212)

Step 6: xcms.group (version 20131212)

Step 7: xems. fillPeaks (version 20131212 ol



ﬁ%i%}f[’:iologique
‘ Workflow

. Ce qui est possible dans Galaxy

»
»

v

[
»

A\ 4
A\ 4

. Ce qui n'est pas possible dans Galaxy pour le moment g ner-workfiow

For / While —
True

v
v
4

v
v

False
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ﬁ%i{ir}fBiologique
‘ Partage

« biologiste » « « biologiste »
. Partage de datasets

. Historique en entier

— Avec ou sans workflow associé (Extract workflow)

. Sous ensembles



massiste — « biologiste »

. Partage de workflows

Parametres pré-configues
Parametres a configurer (Set at runtime)

=> Suivant le niveau de l'utilisateur

. Partage de pages

(voir plus loin)



bioinformaticien — bioinformaticien

Partage de descriptions d'outils et/ou de scripts

Toolshed Galaxy



Partage de datasets

. . Histor ~ E]
Saved Histories 3z =
search history names and tags =
Advanced Search
Name Datasets Tags Sharing Size onDisk Created Last Updated - Status
S ‘ = | Aug 07, less than a minute
4 2 Tags 57.0 MB
Switch [y 2013 ago
iy
i 6 0 Tags 353.6 MB 2‘1331325' Aug 13, 2013
| Share or Publish ]
Rename Mar 20, current
9 0 Tags 870.9 MB 2013 Jun 10, 2013 history
Delete
Delete Permanently 1 0 Tags 1306 ME  Apr02,2013 Apri5, 2013
RNAseq de-novo - Mar 20,
inputs 4 0 Tags 4396 MB 2013 Mar 20, 2013

For 0 selected histories:| Rename Delete Delete Permanently Undelete




Partage de workflows

Your workflows

Name
Blastand FiIIE’r - |
5 Edi Iy

| _Run _
W [ Share or Publish ] E
Download or Export
Wc¢ Copy h you by others
Nov  Rename iith you.
Otl View

Delete

Climgune yuw sronmmwer i

Workflow

Help ~

&) Create new workflow
# of Steps

7

6

14

Using 18.1 GB

4 Upload or import workflow



Partage : les modes 120
Via lien url — communauté restreinte

Via les listes de la rubrigue Shared Data — tous les utilisateurs du serveur Galaxy
Via l'identifiant d'utilisateurs (login@sb-roscoff.fr) — communauté restreinte

Share or Publish History 'JohnDoe'

Make History Accessible via Link and Publish It
This history is currently restricted so that only you and the users listed below can access it. You can:
Make History Accessible via Link

Generates a web link that you can share with other people so that they can view and import the history

Make History Accessible and Publish

Makes the history accessible via link (see above) and publishes the history to Galaxy's Published Histories section, where itis publicly listed and searchable

Share History with Individual Users

You have not shared this history with any users.

Share with a user

Back to Histories List



@ Station Biologique
g Roscoff

A

. Import d'un published *

- GHIHKY [/ ABiMS Shared Data =
Published Histories Data Libraries N
| search name, annotation, owner, and tags L7 Published Histories
Advanced Search Published Workflows
< Published Visualizations
Name Annotation Owner Com_l Published Pages tlmunil)‘ Tags Last Updated !
JohnDoe lecorguille uman | | blast less than a minute ago

. Import d'un shared history

- GHIHKY [/ ABiMS Analyze Data

Histor: < B ¥
HISTORY LISTS I

Histories shared with you by others

RNAS  saved Histories
[ Name Datasets Created Last Updated t Shared : Histories Shared with Me
— TestSPE_positivemode - | Apr 15,2013 Jun 03. 2013 @sb-roscoftir 100: T CURRENT HISTORY
- . datag Create New
For 0 selected histories: | Copy | | Unshare | Copy History I
92: Copy Datasets




Stat|on Biologique
¥ Roscoff
‘ Partage

Level 5

. Partage d'outils et de descriptions via le toolshed
Level 4

. Lancement des outils de maniere autonome.

. Utilisation des options avanceées.

. Utilisation de I'API Galaxy

. Propose des workflows aux collegues de niveau --
Level 3

. Lancement des outils de maniere autonome.
. Utilisation d'un workflow plus ou moins préeconfigure
Level 2

. Utilisation d'un workflow préconfigure
Level 1

. Partage des données avec un collegue de niveau ++



@ Station Biologique
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BONUS



Meécanique

BONUS



@ Station Biologique
¥ Roscoff

. Comment un outil arrive dans Galaxy ?

Qutil
Installé sur
le cluster

Description XML des
parametres

Galaxy génere l'interface




CHLS UPHC

»@ Statlon Biologique

Roscoff

A
A 'J |I"_

. Comment un outil arrive dans Galaxy ?
[1ecorguillegno ~]$ e-PCR --help

e-PCR: 1nvalid option -- -
usage: [-hV] [posix-options] stsfile [fasta ...]
[Compat_opt i OI’]S] 100: (as tabular) Trinity on data 9. Transcripts 2
where posix-options are: format : tabula

H#H#t Margin (default 50) Fasta file:

H##t Wordsize (default 7) e

#HH Max mismatches allowed (default ;;;:;:

#H# Max indels allowed (default 0) 7

e-PCR (version 1.0.0)

5T5 file:

Use ## discontiguos words, slow vora size 190 PrTErs A [NUEEOIe pOsTions) Longer word see decreases hadh colison e, but nareases memony usaee
##>1 _"l";‘f'."f' _-1‘:'.-.-5‘:: :‘I'-'_-'L; '-e:_::' . S o e
Set Output fi Ie Use ## discontinuos words (F):
1
Set output format: 5 er of

- classic, range (posl..pos2) S
- classic, midpoint Margin (M):
- tabular o il Sl devation of it produt 526 rom expected STS sze
- tabular with alignment in COu———
(slow) 100
Set defau I t S i ze range Set ddefault 5TS size range - values used for ST3s that have no size associated in file.
(defau I t 100_350) s;:ﬁlnefaun sts higher size (D):
Turn hits postprocess on/off Set Gaefa STS size range - values used for STSs that have no sz associated n e
Verbosity flags Max mismatches allowed (N):
Use presize alignmens (only if T e of mmtches sfomed i primer fo ssauence alanment (ser prmer
gaps>0), slow Max indels allowed (G):
a - Allways or ¥ - as Fallback 0
Use 5"-end lowercase masking of
primers (default -) —
Uppercase all primers (default Outpuit borms

>

Set maximal number of gaps allswed in primer-te-sequence alignment (per primer!).

Set output format (T):




.@ Station Biologique
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Bonus

A

. Comment un outil arrive dans Galaxy ?

ktool id="abims_epcr" name="e-PCR">
</-- author : lecorguille@sb-roscoff.fr --=
</-- date : 11-85-12 --=
<description=e- PCR parses stsfile in unists format, then reads nucleotide sequence data i1n FASTA format from files listed in commandline 1f
any, or from stdin otherwise. For input sequences e-PCR finds matches and prints output in one of three formats.</description=>

<command=e-PCR -w $wordsize -f $wordcnt -m $margin -d$sts size lo-$sts _size hi -n $max_mismatch -g $max_gap -t $output_format $infile_stsfile
$infile fasta = $output</command=

<inputs=

<param name="infile stsfile" type="data" label="5T5 file" format="tabular" help="format : tabular" /=
<param name="1nflle fasta" type="data" label="Fasta file" format="fasta" help="format : fasta" /=
<param name="wordsize" type="ilnteger" label="Wordsize (W)" value="7" help="Set word size for primers hash (nucleotide positions]).
Longer word size decreases hash collision rate, but increases memory usage. Also no mismatches are allowed within word size near
"inner' boundary of primers unless one uses discontiguous words, and no gaps are ever allowed 1n that region." /=
<param name="wordcnt" type="integer" label="Use ## discontinuos words (F)" wvalue="1" help="Set discontiguous word count for primers
hash (1 means 'use contiguous words'). Discontiguous words increase number of hash tables and decrease 'effective' word size (thus
increasing hash collision rate), so make search significantly slower, but increase sencitivity by allowing mismatches within word
size. Reasonable values are 1 (contiguous words) and 3." /=
<param name="margin" type="integer" label="Margin (M)" value="50" help="Set maximal allowed deviation of hit product size from
expected STS size." /=
<param name="sts size lo" type="integer" label="Set default sts lower size (D)" value="188" help="Set ddefault STS size range - values
used for 5TSs that have no size associated in file." /=
<param name="sts _size hi" type="integer" label="Set default sts higher size (D}" walue="400" help="Set ddefault S5TS size range -
values used for 5T5s that have no size associated in file." /=
<param name="max_mismatch" type="integer" label="Max mismatches allowed (N)" wvalue="8" help="5et maximal number of mismatches allowed
1n primer-to-sequence alignment (per primer!)." /=
<param name="max_gap" type="integer" label="Max indels allowed (G)" value="B" help="Set maximal number of gaps allowed in primer-to-
sequence alignment (per primer!)." /=
<param name="oputput format" type="select" help="Output formats"=

<label=Set output format (T)</label=

<option value="1"=classic, range (posl..pos2)</option=>

<option value="2">classic, midpoint</option=

<option value="3" selected="true"=tabular</option=

<option value="4">tabular with alignment in comments (slow)</option=
</param=

</inputs=>

<outputs>
<data name="output" format="tabular" /=
</outputs>

<help=



Station Biologique
Roscoff

. Comment un outil arrive dans Galaxy ?

[lecorguille@n0 ~]$ e-PCR --help
e-PCR: 1nvalid option -- -
usage: [-hV] [posix-options] stsfile [fasta ...]

= Galaxy/ ABiMS

e-PCR (version 1.0.0)

_t t - STS file:
[Compa _OF_) Ions:_l .1{)0: (as tabular) Trinity on data 9..Transcripts 2
Whe re pOS | X—Opt 10NS are: format : tabular
=M HH Mai’g in \defa'u'= C \Jr)) Fasta file:
—W ## WO rdS i ze (defau I -'_ 7) | 100: Trinity on data 9..Transcripts = |
-n ## Max mismatches allowed (default [ worseme o ]
-g ## Max indels allowed (default 0) A
-f Use ## diISCONTIQUOS WOIS, ST OV |ttt syttt st R

##>l are ever allowed in that region.

Use ## discontinuos words (F):

— a
tool Ld—“ablms epcr“ name—“e PCR“
<! autnor lecor aqu :.;.l._‘__-'-:':-'.'." roscoff.fr --=

95-12 -->

<descr1pt10n>e PCR parses stsfile in unists format, then reads nucleotide sequence data in FASTA format from files listed in commandline if
any, or from stdin otherwise. For input sequences e-PCR finds matches and prints output in one of three formats.=</description=>

.L:\,_I-

<command=e-PCR -w $wordsize -f $wordcnt -m $margin -d$sts size lo-$sts size hi -n $max_mismatch -g $max_gap -t $output_format $infile stsfile
tinfile fasta = $output</command=

<inputs=>

<paran name—“lnflle stsflle“ type—“data“ label="5TS flle“ format="tabular" help="format : tabular" /=
= ota—helps"format : fasta" /=
<paran name—“wurdSLze” type—“lnteger” label-“Word51ze (wy" value—“?” help="Se{ word size for primers hash (nucleotide positions).
Longer word size decreases hash collision rate, but increases memory usage. Also no mismatches are allowed within word size near
"inner' boundary of primers unless one uses discontiguous words, and no gaps are ever allowed in that region." /=
<param name="wordcnt" type="integer" label="Use ## discontinuos words (F}" walue="1" help="Set discontiguous word count for primers
hash (1 means 'use contiguous words'). Discontiguous words increase number of hash tables and decrease 'effective' word size (thus
increasing hash collision rate), so make search significantly slower, but increase sencitivity by allowing mismatches within word
size. Reasonable values are 1 (contiguous words) and 3." />
<param name="margin" type="integer" label="Margin (M)" value="50" help="Set maximal allowed deviation of hit product size from
expected STS size." /=
<param name="sts size lo" type="integer" label="Set default sts lower size (D)" value="188" help="Set ddefault STS size range - wvalues
used for 5TSs that have no size assoclated in file." /=
<param name="sts _size hi" type="integer" label="Set default sts higher size (D)" wvalue="400" help="5Set ddefault STS size range -
values used for 5T5s that have no size associated in file." /=
<param name="max_mismatch" type="integer" label="Max mismatches allowed (N)" wvalue="8" help="5et maximal number of mismatches allowed
1n primer-to-sequence alignment (per primer!)." /=
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