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Wm

orkflow4metabolomics

How to download your data from the ‘old” Galaxy
https://galaxy.workflow4dmetabolomics.org/

GETTING YOUR DATA BACK
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Workflowdt

Step 1: delete unnecessary datasets

Delete datasets not needed in your workflow (e.g. wrong parameters)

Galaxy / 4 / Metabolomics

Tools

Get Data

LC-Ms
Preprocessing
Normalisation
Quality Control
Statistical Analysis
Annotation

GC-MS
Preprocessing
Normalisation
Quality Control
Statistical Analysis

Annotation

NMR
Preprocessing
Normalisation
Quality Control
Statistical Analysis
Annotation
FLUXOMICS
Isotopic Studies
MS-Ms

msPurity
COMMON TOOLS
Data Handling
Text Manipulation

Filter and Sort

09/06/2020
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Workflow4metabolomics

Current version : 3.3

Publication: Franck Giacomoni, Gildas Le Corguillé, Misharl Monsoor, Marion Landi, Pierre Pericard, Mélanie Pétéra, Christophe Duperier, Marie Tremblay-Franco, Jean-Frangois Martin, Daniel Jacob, Sophie
tive research infrastructure for computational metabolomics. Bioinformatics dei:10.1093/bioinformatics

Goulitquer, Etienne A. Thévenaot and Christophe Caron (2014). Workf bolomics: A collak
/btug13

workf bolomics.org

Help and support: supy
Password manager: Forgot your password? or change it!!

- Changelog

3

e

3

3

3

3

3

3

3

3.3.4 - 2020-02-14

LCMS
* UPGRADE - xcms.* (3.6.1): upgrade the xcms version from 3.4.4 to 3.6.1

3.3.3 - 2020-01-31
3.3.2 - 2019-10-22
3.3.1 - 2019-09-16
3.3.0 - 2019-06-06
3.2.1 - 07/03/2019
3.2.0 - 15/09/2018
3.0.0 - 20/04/2017
2.5.1 - 09/03/2016
2.5.0 - 24/02/2016

2.4.3 - 10/02/2016

History (X - Juil

LCMSextraction

27 shown, 5 deleted, 36 hidden

1.04 GB % e

68: Test5 conclusive x5 @ 4 %
et.merged.groupChromP
eaks.adjustRtime.groupChromPeaks. fil
IChromPeak quick.Rdata

et.merged.groupChrompP
eaks.adjustRtime.groupChromPeaks. fil
IChromPeaks.annotate.variableMetada

estd_xset.merged.gr
oupChromPeaks.adjustRt
ime.groeupChromPeaks.fillChromPeak
s.annotate.quick.Rdata

60: Test4 xset.merged.gr @
oupChromPeaks.adjustRt

ime.groupChromPeaks.fillChromPeak
s.annotate.variableMetadata.tsv

50: Test3 xset.merged.gr @ 8
oupChromPeaks.adjustRt
ime.groupChromPeaks.fillChromPeak
s.annotate.dataMatrix.tsv

58: Test3 xset.merged.gr @
oupChromPeaks.adjustRt
ime.groupChromPeaks.fillChromPeak

s.annotate.variableMetadata.tsv

romPeaks.adjustRtime.gr
oupChromPeaks.fillChromPeaks.RData

56: xset.merged.groupCh
romPeaks.adjustRtime.gr
oup.dataMatrix.tsv

@ & %




4m Step 2: Extract the workflow from your history

Workflowdt

1- History options

Himsmms e M

| e e 3- Customise your workflow name

Historiques partagés avec moi

History

History options

LCMSextraction

23 shown, 9 deleted, 36 hidden

e | oo | 4- ‘Create Workflow’

Copier I'Historique

Partager et publier

T e e ST OCT v

Extraire un Workflow

e de donnée:

g e
et.merged.groupChromP al . définitivi 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.
eaks.adjustRtime.groupChromPeaks.fil ~  Supprimer définitivement
IChromPeaks.annotate.vari Tools which cannot be run interactively and thus cannot be incorporated into a workflow will be shown in gray.
ta.tsv € )

- ‘Extract workflow’ | [
57: xset.merged.groupCh orkflow constructed from history 'LCMSextra
Peaks.adjustRtime.qr 2 '

rom .adjustRtime.gr 1 Permissions/Sécurité Checkall = Uncheckall
oupChromPeaks. fillChromPeaks. RData i

o

Reprendre les processus en pause Tool
56: xset.merged.groupCh @& & X R L N
P R Réduire les données étendues

History items created

Dataset Collection Creation 10 sacurine

oup.dataMatrix.tsv K afficher les données cachées [~ | -
R ° b n created in @ wa ble with workflows *“Treat as input dataset sacurine
55 merged.groupCh | @] 4| % Supprimer les données cachées
romPeaks.adjustRtime.gr o Purger les données supprimées Msnbase readmSData o P
oup.variableMetadata.tsv = Minclude *Msnbase readMsData in workflow

o

: xset. Exporter les citations des outils

“TJ::GF:Q:MPQ @ F % 5 P xcms get a sampleMetadata file o 21 sampleMetadata.tsv
rom .adjustRtime.gr = i : : <1 samplelletadata.tsv
m@’amgr;mpﬁkmnsit o Exporter |'Histarique dans un fichier Minclude “xcms get a sampleMetadata file” in workflow
y.pdf o

¥:  Importer depuis un fichier Upload File o jﬂm]ﬂm
53: xset.merged.groupCh @ & X This tool cann ows “Ireat as input dataset| sampleMetadata_compl
romPeaks.adjustRtime.gr 53: xset.merged.groupCh @ 4 X
oupChromPeaks.RData romPeaks.adjustRtime.gr

23 TICs.pdf

oupChromPeaks.RData xcms plot chromatogram

52: BPls.pdf @ & R a
[ include "xems plot chromatogram® in workdflow

52: BPls.pdf @ &S X 24 BPIs.pdf
51: TICs.pdf @ &SR

STt ® 4 x 25 sacurine.raw xset RData
50: xset.merged.groupCh @ 4" X xems findChromPeaks (xcmsSet) o
SrlEos s isiiaz = 50: xset.merged.groupCh @ & X, Minclude "ems findchrompeaks (xemsset)® in workdlow
i - - - Sem e 26 sacurine.raw.xset.log.txt

> >

09/06/2020 4



Wm Step 3: Check your workflow (1)

Workflowdt

IMICS  analyse de données

Access the workflow
Created by Cl |Ck| ng On ‘Ed It’ ‘ Workflow "Workflow constructed from history 'LCMSextraction™ created from current history. You c%bn ‘

the workflow.

OR

Access the WOfkflOW Analyse de données| W

Created by acceSSI ng the -action™ created from current history. You can edit or run the workflow.
‘Workflow’ section

Workflow

Your workflows search for workflow... + L
Tags Owner # of Steps Published Show in tools panel
Workflow constructed from history 'LCMSextraction’ = & fou 13 No L
Worlflow constructed from history ‘Try2' - ‘4 You 8 Mo U
Run p—
Challenge_annotation_Coffee - Share e You 7 No Ll
Download v " N p—
Workflow constructed from history 'GCC2013-training- Copy < ] ou o -
imported: Workflow 03 (XCMS) | ~ Rename 4 You 13 No O
View
Waorkflow constructed from history 'Copy of ' H202 st|  Delete ‘4  You 64 No

09/06/2020



m Step 3: Check your workflow (2)

Check that your workflow is complete and no box is alone (at least one link to another box).
In case of anomaly, check your history to identify the issue, solve it and extract again.

Workflowdt

Workflow constructed from history ‘LCMSextraction’ & Details
Q

[ input dataset collection (F] %

~
#Fxerme groupChromPe sks [-3F] # xcms & -
N outpan #ocms get a sampleMetadata (% (group) groupChromPeaks
file
" #xcms findChromPesks Merger 1% ROsts file {group) Perform the correspondence, the
RDatz file F
RDatz file JsetRData {rdata s group} grouping of chrematographic peaks
e Metsdats tsy (tabular) i : /
zamp! 3 {tabuiar) Sampie meradats e plotChromPe iDensy (pd wwthl.n and between samples. (Galaxy
Wersion 3.4.4.0)
xsetmerged RData waris blsMetadata [tsbular)
(rdzta xcms findchrompez )
J dataMatrixc {tabuiar) Label
F MSnbsse resdMSDsta % e R e /% xsetmerged samplehets data tsy
pemsSet) (12 buisr)
CIFlefs) from your History comaining ,
your chromztegrams F B LIRDats fie Fxms adjustRtime (retcor} ] X
oL 3 . . Add a step label.
seetRDats (rdsts menbase raw) [ ist of regions-of-intarest (RO L~ RDat= file
representing detected mass traces {f .
sampleMetadsta {tabular)3 | xsetRData {rdataxcms rat Annotation
setROsts _
[rdats e findchrompeziz) | rawVSadjustedPdf (pdf)
log [B4)0 © /
L ///_/
#Fxcms plot chromatogram (] X Fxems groupChromPeaks Y
v
RDats file Lt A
3 RDsta fie | ~ X X
0O B = Sample metadata file ) /;5 #xcms flChromPeals (flPeaks) ) % vdd an annotation or notes to this ste
e el T A seetRData [rdats xems group) [ = o Annctations are available when a w
redtss Tics pa (o] © ’ P fmene o SeE
lotChromPe akDensity [pdf) L I ) —~. 15 Vi
oot BBt peif (pe) o = Ty [pd / o seetRDsts [rdats xoms filpeaks) L=
//_5 variableeta data [tabular} RData file
b ¢ 1 i
)/ dataMatrix (tabudar) Data input 'image’
v
b (rdataxcms.findchrompeaks,
7 2
7 rdata.xems.group, rdata.xems.retcor or
Fxcms plot cheomatogram 6] % y rdata)
7
RDatz file d It contains a xcms3:XCMSnExp object
Sample metadata fie ;’," (named xdata) from: findChromPeaks,
Tis pdf (pd) >} / 74 groupChromPeaks or adjustRtime
BPts.pdf (pdf) © e Method to use for grouping
_______ PeakDensity - peak grouping ba.. =
variableMetadzta (t2 bular)
See e hel sectiol elow
rdsts_quick true [rdsts csmera quick) See the help section below
[@ ~ Bandwidth
#r 5.0
bandwidth (standard deviation or half
dth at half maximum) of gaussian
smoothing kernel to apply to the peak
+ ]
v

density chromatogram

»
09/06/2020



Wm Step 4: Download your workflow

Workflowdt

1- Go back to the ‘Workflow’ section

action’

Your workflows

Name

| Workflow constructed from history 'LCMSextraction’ =

Workflow constructed from history Try2' - Edit | 2 - ¢ DOWn Ioad ’ yo u r WO rkfl OW

Challenge_Annotation_Coffee | ~ Share ,
co o

imported: Workflow 03 (XCMS) | ~

Workflow constructed from history ‘Copy of ' H202 sty Delete

3

o:verture \:IEl‘G.alajr-WUrlclﬂuw-WDricﬂuwicDnstructedjrumihlstwyiL". X 3 _ S ave th e fl | e O n yo u r CO m p ute r

Tags

| wlow-Workflow_constructed_from_history_ LCMSextraction_.ga

e s ” This archive file contains the information

Que doit faire Firefox avec ce fichier ?

p—— BE about the jobs constituting your workflow.

R A |}
(®Enregistrer le fichier I

Dﬁm@ e Keep it if you need to be able to access
the parameters’ information in the future.

2

09/06/2020




Wm Step 5: Clean the raw data (if any)

Workflowdt

Raw data (e.g. “mzML files in MS) is data you originally uploaded. It has a large size
and you already have these files outside from Galaxy. Keeping it in the history you want
to download is irrelevant.

— sem If you have any of this kind of data in your history, delete it.

[x)
LCMSextraction
23 shown, 9 deleted, 36 hidden
1.04 GB e e

romPeaks rawVSadjuste
d.adjustRtime.Rplots. pdf

49: xset.merged.groupCh @& 4" X
romPeaks.adjustRtime.R
Data

48: xset.merged.groupCh @ 4* %
romPeaks.plotChromPea
kDensity.pdf

47: xset.merged.groupCh @ 4 X
romPeaks.RData

46: xset.merged.sample [ AP 4

Metadata.u This step deletes permanently your
45: xset.merged.RData @ &S R .
dataset collection.

e T If you are not sure whether your raw
e sl2x 21:sa  (glection Only data is easily retrievable in your
T"imhm ::: 11; 54 Delete Datasets ) laboratory, check before proceeding.

pleted.tsv

GMERY  pPermanently Delete Datasets
21: sampleMetadata.tsv @ &S R

11: sacurine.raw.RData 1“: Sacu ri nea “
a list with 9 items - - — -
a list with 9 iterns
r w
10: sacurine
a list with 9 items
v s }

»
09/06/2020




Wm Step 6: Check the size of your history

Workflowdt

History - &0

~ You are going to download a potentially large file to

get you data files out from Galaxy at once. If your
1 o, 19 deleted, 26 hidden history is huge, the download process may be too

LCMSextraction

[ 132.87 MB ]<:| e e |Ong-

"~

68: Tests conclusive  xset. @& & X

merged.groupChromPeaks. Check the size of your history.
adjustRtime groupChromPeaks.fillChrom
Peaks.annotate.quick.Rdata

R | | o » If the size is < 2 Go: you can proceed to the next

merged.groupChromPeaks. ste p
adjustRtime.groupChromPeaks.fillChrom
Peaks.annotate.variableMetadata.tsv

> Ifthe sizeis > 2 Go:

Historiques partagés avec mai

1324  Créer un nouveau

Copier I'Historique

— You may have large files that have been deleted but not permanently. & e

jg Mantrer la structure

You can choose to purge your deleted datasets and check again your e cocoomse

7-71  Supprimer

history size. (/!\ deleted datasets will be deleted permanently) B0 s stvenen

— If your history still is too large, you need to ‘cut’ your history in several % s
parts: define groups of datasets (you can use dataset numbers to s e s dms s
help) and proceed to the next step for each of these groups.

09/06/2020
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m Step 7: Crea

Workflowdt

History [+ - Rl
%)

LCMSextracy

Opérer sur plusieurs jeu
22 shown, 19.d données en mé eter'

132.87 MB

68: TestS conclusive xset. @ 4 X
merged.groupChromPeaks.
e.groupChromPeaks.fillChrom

67: Test5 conclusive  xset. @ 4 X
merged.groupChromPeaks.
adjustRtime.groupChromPeaks.fillChrom
Peaks.annotate.variableMetadata.tsv

Create a collection from a list of datasets

Collections of datasets are permanent, ordered lists of datasets that can be passed to tools and workflows in order to have analyses dane on each member of the entire group. This interface allows you to create a collection and re-order the final collecti... M

Activate
multiple
selection

te a dataset collection

History [ - 2| History (s - uil

LCMSextracy i
Opérer sur plusieurs jeux de LCMSextraction
22 shown, 19.d (AT MR e Select al I 22 shown, 19 deleted, 36 hidden
132.87 % ® 132.87 MB veoe
Pour toute la sélection... = d atas ets Tout Aucun Pour toute la sélection...
[0 88: Test5_conclusive_ xset.merged.g Cacher les jeux de données L
Afficher les jeux de données cachés
hromPeaks.fillChromPeaks.annotate.
k.Rdata Supprimer les jeux de données

Restaurer les jeux de données supprimés

() 67: Test5_conclusive_ xset.merged.g
hromPeaks.fillChromPeaks.annotate.vari
ableMetadata.tsv

Build List of Dataset Pairs

Build Collection from Rules

| 56: xset.merged.groupChromPeaks.adjust
Rtime.group.dataMatrix.tsv

E 55: xset.merged.groupChromPeaks.adjust

Start over
Test5_conclusive___xset.merged.groupChromPeaks.adjustRtime.groupChromPeaks fillChromPeaks.annotate.quick.Rdata Discard 2
Test5_conclusive__ xset.merged.groupChromPeaks.adjustRtime.groupChromPeaks fillChromPeaks.annotate variableMetadata tsv Discard
xset.merged.groupChromPeaks.adjustRtime.groupChromPeaks fillChromPeaks.RData Discard
xset.merged.groupChromPeaks.adjustRtime.group.dataMatrix.tsv Discard
xset.merged.groupChromPeaks.adjustRtime.group variableMetadata.tsv Discard
xset.merged.groupChromPeaks.adjustRtime.groupChromPeaks.plotChromPeakDensity.pdf Discard
xset.merged.groupChromPeaks.adjustRtime.groupChromPeaks RData Discard
BPIs.pdf Discard
TICs pdf Discard
xset.merged.groupChromPeaks_rawvSadjusted.adjustRtime.Rplots.pdf Diseard
xset.merged.groupChromPeaks.adjustRtime.RData Discard
xset.merged.groupChromPeaks.plotChromPeakDensity. pdf Discard v
A Hide original elements? D
»  \l .
Name:| MyHistoryCollection w ‘
J

Cancel

09/06/2020
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Workflowdt

Already existing dataset collections can

not be included in another dataset

collection.

Create a collection from a list of datasets

The following selections could not be included due to problems:
© sacurine.raw.xset.log.txt: is a collection, this is not allowed
© sacurine.raw.xset.RData: is a collection, this is not allowed

If you already have other dataset

collections, you can either:
- download them independently (see

next step)

- include corresponding datasets in the
previous one by ‘unhiding’

corresponding datasets if hidden

4

History

LCMSextraction

21 shown, 20 delet

132.87 MB

09/06/2020

d, 36 hidden

vee

=

132.87
Tout ucun

History c#l

LCMSextraction

48 shown, 20 delef 2 hidden

Pour toute la sélection... =

es/HU neg 123.raw.RData

Ce jeu de données a été caché
Rendre visible

es/HU neg_157.raw.RData

Ce jeu de données a été caché
Rendre visible

es/HU neg_173.raw.RData

Ce jeu de données a été caché
Rendre visible

es/HU neg_192.raw.RData

Ce jeu de données a été caché
Rendre visible

es/QC1 002.raw.RData

Ce jeu de données a été caché
Rendre visible

es/QC1 008.raw.RData

Ce jeu de données a été caché
Rendre visible

es/QC1 014.raw.RData

.3

~

Note: case of already existing dataset collections

3

132.87 MB

Tout Aucun

Cacher les jeux de données

Afficher les jeux de données cachés

Supprimer les jeux de données

Restaurer les jeux de données supprimés
Supprimer definitivement les jeux de donnéees
Build Dataset List

Build Dataset Pair

Build List of Dataset Pairs

Build Collection from Rules

es/HU neg_173.raw.RData

Ce jeu de données a été caché

/\ If you choose
the ‘unhiding’
strategy, proceed
to it before doing
step 7

Pour toute la sélection... = ]

4

11



Wm Step 8: Download the dataset collection

Workflowdt

History Fs K - Jui| History Eo R - il
(%) < Back to LCMSextraction

MyHistoryCollection

LCMSextraction T
a list with 46 items

49 shown, 20 deleted, 9 hidden

Add tags Download Collection
132.87 MB e e »

Click on the name of

. 115: MyHistoryCollection x N
your dataset collection S Tests conclusive _ xsetmer @ ¢
ged.groupChromPeaks.adjus
68: TestS conclusive xs @& 4" X tRtime.groupChromPeaks.fillChromPe

aks.annotate.quick.Rdata

Test5 conclusive  xset.mer @&
ged.groupChromPeaks.adjus
tRtime.groupChromPeaks.fillChromPe
aks.annotate.variableMetadata.tsv

xset.merged.groupChromPe @ 4"
% aks.adjustRtime.groupChro
mPeaks.fillChromPeaks.RData

Ouverture de 113 MyHisteryCellection.tgz

. . . _ Vous avez choisi d'ouvrir:
This archive file @ 115 Myt toryCotlctiontas C menmslomdionts (e]/
Contalns a” the qui est un fichier de type: Fichier OVA Matrix.tsv

a partir de: https://galaxy.workflowdmetabolomics.org

files of the dataset
. Que doit faire Firefox avec ce fichier 7
COl |eCt|0n . YOU Can ﬂl:'nsc () Quvriravec  Parcourir... ;i:t.Trei
unZIp the arChlve {@)Enregistrer le fichier
tO get the [l Toujours effectuer cette action pour ce type de fichier.

individual files.

09/06/2020



Wm Your downloaded data

Workflowdt

Archive containing your history files

Maom

~ Aujourd’hui (3)
113 MyHisteryCollection

113 MyHistoryCollection.tgz
Galaxy-Workflow-Workflow_constructed_from_history_ LCM3extraction_.ga

Unzip folder of you

history files Archive containing the workflow

(information about jobs)

Notes about unzipping your history folder

+ To unzip the archive obtained by downloading your history dataset collection, you need a
dedicated software on your computer.
If you do not have one, you can download the free software « 7-zip »

+ Please note that the Windows-built-in unzipping solution may not handle correctly this kind of
archive.

09/06/2020 13
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Workflowdt

Want to gather all your XCMS parameters in a row?

Notes concerning XCIMS histories (1)

—> Do not forget to run the ‘xcms process history’ tool on the last step of your XCMS workflow!

(before constructing your dataset collection to include it in the archive)

Note: If you are interested in keeping a trace of your XCMS parameters only, the HTML file

generated by this tool can replace the workflow extraction regarding traceability.

09/06/2020

Tools

Get Data

LC-MS

xcms process history Create a

summary of XCMS analysis

function. Returns annotation results
(isotope peaks, adducts and
fragments) and a diffreport if more
than one condition.

CAMERA.combinexsAnnos Wrapper
function for the combinexsAnnos
CAMERA function. Returns a
dataframe with recalculated
annotations.

MSnbase readMSData Imports mass-
spectrometry data files

xems plot chromatogram Plots base
peak intensity chromatogram (BPI)
and total ion current chromatogram
(TIC) from MSnbase or xcms
experiment(s)

xems findChromPeaks (xcmsSet)
Chromatographic peak detection

xems findChromPeaks Merger Merge
xems findChromPeaks RData into a
unique file to be used by group

xems groupChromPeaks (group)
Perform the correspandence, the
grouping of chromatographic peaks
within and between samples

xcms adjustRtime (retcor) Retention

Time Correction

= Galaxy / 4 / Metabolomics

____ XCMS analysis summary using Workflow4Metabolomics

* By: melanie petera@clermont.inra fr - Date: 200612-16:38:27

sample filename md5sum”

QC1_014 QC1_014.mzML cb133446£5137d0cf50ad97099c55£7

QC1_008 QC1_008.mzML 881d4e94b0de1f6aa7ac931e897348c8
QC1_002 QC1_002.mzML TTcff3c9ed4adc00d05ec83308£69d6e

HU_neg_192 |HU_neg_192.mzML | ele50308e9c440d885e8530302ale2a2
HU neg 173 |HU neg 173.mzML | 5a23e8996d4cb5d020c3399f9fad044e
HU neg 157 |HU neg 157.mzML | 5f60b7526c5dbf93972cfe1941739c2c

HU neg 123 |HU neg 123 mzML | 79b4cal 5faab323ebd6608c3427b5448
HU neg 090 |HU neg 090.mzML | b609cb66b0cd926a833d63cf5c329622
HU_neg_048 |HU_neg 048.mzML |92093906811d11c0bl4de7a%c2171a75

*The program mdSsum is designed to verify data integrity. So you can check if the data were uploaded correctly or if the data were changed during the process.

function

Wed Jun 26 17:52:30 2019 | Peak detection

argument

Object of class: CentWaveParam

Parameters:

ppm: 3

peakwidth: 5, 20
snthresn: 10
prefilter: 3, 5000
mzCenterFun: wMean
integrate: 1
mzdiff: -0.001
fitgauss: FALSE
noise: 1000

verboseColumns: FALSE

roilist length: O
firstBaselineCheck
roiScales length:

TRUE
[’}

value

History [ - Ju|

LCMSextraction

50 shown, 22 deleted, 55 hidden

132.87 M8 ~ % ®

118: xcms summary htm @ & %
1

: istor:
a list with 46 items

ek 3
et.merged.groupChromP

eaks.adjustRtime.groupChromPealks.fil
IChromPeaks.annotate.quick.Rdata

et.merged.groupChromP
eaks.adjustRtime.groupChromPeaks fil
Ict it

ta.tsv

57: xset.merged.groupCh @ & X

RData

56: xset.merged.groupCh @ 4 X
romPeaks.adjustRtime.gr
oup.dataMatrix.tsv

55: xset.merged.groupCh

54: xset merged.groupCh @ & X
romPeaks.adjustRtime.gr
oupCl plotCl Densit

y.paf

53: xset.merged.groupCh @ 4 %
romPeaks.adiustRtime.ar

14



Workflowdt

Notes concerning XCIMS histories (2)

Most XCMS histories contain dataset collections for the first steps of the extraction
process (‘Msnbase _readMSData’, ‘xcms_findChromPeaks _(xcmsSet)’).

As explained previously you can either download these collections individually or
include them in the overall dataset collection by unhiding the concerned data files
beforehand.

Please note that these dataset collections contain one file per sample in each
collection. This can easily leads to a huge number of files in the archive if you
choose the ‘unhiding datasets’ option.

> If your main objective is to download the file in a storage goal, you may consider
using the ‘unhiding’ option.

» Otherwise, individual downloads of these collections may be the best option.

09/06/2020 15



Workflowdt

Notes concerning XCIMS histories (3)

As previously mentioned, raw data (.mzML, .mzXML, .cdf...) is not meant to
be downloaded from Galaxy as it was not generated by Galaxy. Since you
uploaded it in the first place, you should be able to find the data elsewhere.

If for any reason you still need to download the data from Galaxy, please note that the
files’ extension you will get will be ‘doubled’ compared to the original files. For example,
a file originally named ‘Myrawdata1.mzML’ will get que name ‘Myrawdata1.mzML.mzm!".
Thus, if you want your files to match your sampleMetadata table, you will need to get rid
of the added "“mzml’ extension first.

Can’t find out where your raw data is? Adopt the _JJJJJJJL Metabolights attitude!

% Such data repositories combine the advantage of (i) storing your data with easy access and
DOI and (ii) promoting open-science by going one step further to FAIR.

s Metabolights is the reference data repository in the metabolomics community. Find out more
about it here: https://www.ebi.ac.uk/metabolights/

s WA4M highly promotes FAIR practices. Tip: in Galaxy we provide a downloader enabling data
retrieval directly from Metabolights!

09/06/2020
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orkflow4metabolomics

This step is highly recommanded, at least to check
that your workflow can be imported smoothly in the
new workflowdmetabolomics.usegalaxy.fr instance

PUTTING YOUR DATA BACKINTO
GALAXY

09/06/2020 17



Wm Step 1: the workflow archive

Workflowdt

Mom

~ Aujourd’hui (3)
115 MyHistoryCellection
| 1153 MyHistoryCollection.taz

| Galaxy-Workflow-Workflow_constructed_from_history_ LCMSextraction_ga

L)

Make sure you have your workflow archive on your computer

09/06/2020
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Workflowdt

Step 2: Go to the ‘Workflow’ section

1 - Log in workflow4dmetabolomics.usegalaxy.fr

If you have not got an account yet, you can create one (auto-registration)

2 — Go to the ‘Workflow’ section

= Galaxy / Workflow4Metabolomics

Tools w

Get Data

Collection Operations
Text Manipulation
WORKFLOW4METABOLOMICS
Get Data - Metabolomics
Preprocessing LCMS
Preprocessing FIAMS
Preprocessing GCMS
Preprocessing NMR
Quality processing MS
Quality processing ALL
Statistics ALL

Annotation LCMS FIAMS
Annotation GCMS
Annotation NMR

MSMS

Data handling ALL

Graph/Display Data

09/06/2020

e

Analyse de donnses Wi Vigualizev Données partagées~ Aide v Utilisateur v

Relier outils dans un workflow ‘.

Wm

Workflow4metabolomics

By using this Galaxy instance, we assume that you have read and accept the Term Of Use
For any questions or support: community.france-bioinformatique.fr/c/workflow4metabolomics/

== Galaxy Project L 4
@galaxyproject

James Taylor died yesterday. Our dear @jxix -> Galaxy began
with you. We will make sure it continues. We have no words.
pic.twitter.com/Ln1jMJT2kF

Q 627 5:22 PM - Apr 3, 2020 [©)

© 376 people are talking about this >

Current version: 3.3

Publication: Franck Giacomoni, Gildas Le Corguillé, Misharl Monsoor, Marion Landi, Pierre Pericard, Mélanie Pétéra, Christophe Duperier, Marie
Tremblay-Franco, Jean-Frangois Martin, Daniel Jacob, Sophie Goulitquer, Etienne A. Thévenot and Christophe Caron (2014). Workflow4Metabolomics:
A collaborative research infrastructure for computational metabolomics. Bioinformatics doi:10.1093/bioinformatics/btug13
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Workflowdt

etabolomics

Analyse de données  Workflow  Visualize Données partagées~ Aide = Utilisateur~

Search Workflows

Name Tags Created

Challenge_ _Coffee (imp: from file) Q 11 days ago

‘Challenge_Annotation’ Q 2 months ago
wf test Q 3 months ago
ceci est un test

Workflow imported: SGA20 etat des lieux_part Q 3 months ago
imported: Mass spectrometry: LC-MS analysis Q 3 months ago

Import Workflow

Please provide a Galaxy workflow export URL or a workflow file,

Archived Workflow URL

If the workflow is accessible via a URL enter the URL above and click Import.
Archived Workflow File

Galaxy-Workflow-Workflow_constructed_from_history__LCMSextraction_.ga

If the workflow is in your computer, choose it and then click Import.

Import workflow

Import a Workflow from myExperiment
Visit myExperiment

Click the link above to visit myExperiment and search for Galaxy workflows.

09/06/2020

Step 3: Importy

our workflow

Bookmark

@]

@]

Browse

:

7

Import Workflow

Please provide a Galaxy workflow export URL or a workflow file.

Archived Workflow URL

If the workflow is accessible via a URL enter the URL above and dick Import.

Archived Workflow File

No file chosen Browse
If the workflow is in a file on your computer, choose it and then dlick Import.
Import worldflow
Import a Workflow from myExperiment
Visit myExperiment
Click the link above to visit myExperiment and search for Galaxy workflows.
@ Envoi du fichier X
“— « o s CePC » Télécharmemente s PPN Bechercher danc. Talcchars
o+ Nmemioe | CHOOSE yOUr workflow archive
™ CePC Nom
I Bureau ~ Aujourd'hui (3)
= Documents - F = T
= Images l | Galaxy-Workflow-Workflow_constructed_from_history_ L CMSextraction_.ga
D Musique -ton
¥ Objets 3D Le mois dernier (7)

4 Téléchargement:
B vidéos

. Windows (C:)

Plus t6t cette année (75)
Il'y a longtemps (7)
w Recovery Image

HP_TOOLS (E)

=x mpetera (\inrak v < >

Nom du fichier: | Galaxy-Workflow-Waorkflow_constructed_from_history_ V| Tous les fichi
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09/06/2020

Your workflow is ready to be used!

etabolomics

Search Workflows + Create o Import
Name Tags Created Bookmark
Workflow constructed from history 'LCMSextraction’ (imported from uploaded file) 4 a few seconds ago )]

Challenge_Annotation_Coffee (imported from uploaded file) 4 O
‘Challenge_Annotation’

wf test i 3 months ago \:J
ceci est un test

Workflow imported: SGA20 etat des lieux_part i 3 months ago \':]

=
=
C
i U ﬂﬂﬂlﬂ

imported: Mass spectrometry: LC-MS analysis i 3 months ago @]

You can either:

View it to get access to the jobs and parameters you used

Use it to relaunch your analysis — in a new history, simply

upload from your computer the input data needed, then run the
workflow on these data
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Wm Workflow troubleshooting (1)

Workflowdt

‘I have never used workflows before. How do | recreate my history
in the new instance?’

As mentioned previously, all you need to do is to upload the input
data needed for your workflow (e.g. in case of XCMS your raw data
and the completed sampleMetadata file) in a new history, and then
to launch the workflow using it.

If you are not familiar with how to launch a workflow, you can find

out how following the ‘Galaxy 101" GTN tutorial:

https://galaxyproject.qithub.io/training-material/topics/introduction/tutorials/galaxy-intro-
101-everyone/tutorial.html

You can focus on the ‘Galaxy management’ chapter.
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Wm Workflow troubleshooting (2)

Workflowdt

‘It seems | can not import all my workflow in the new
galaxy instance... What should | do?’

There are two configurations that you might run into while facing workflow import issues:

@

> The tool is missing — you get ‘red boxes’ in your workflow | ==
While trying running it: g =27

Following tools missing: toolsheddmetabolomics.sb-roscoff.in9009/repos/cea/ftransformation/Transformation/2.0.0; 2015-04-30,
toolsheddmetabolomics.sb-roscoff.fr:9009/repos/cea/heatmap/Heatmap/2.1.1

& Step 13: toolsheddmetabolomics.sb-roscofffr9009/repos/cea/transformation/Transformation
/2.0.0; 2015-04-30 \
© Tool is not installed

While trying
editing it:

105c0f §:9009/repos/ceaheatmap
/Heatmap/2.1.1 ax

» The tool exists however the version that have been used is not available — the tool box is displayed in

your workflow but with default parameter values

While trying Some tools in this workflow may have changed since it was last saved or some errors were found. The workflow may still run, but any new

running it: options will have default values. Please review the messages below to make a decision about whether the changes will affect your analysis.
. . ® Step 7:xcms fillChromPeaks (fillPeaks

While trying P ( :

o . © No value found for 'Convert retention time (seconds) into minutes'. Using default: ‘False’.
editing it:

© No value found for 'Reported intensity values'. Using default: 'into”.

If you run into one of these issues, please visit the

“Troubleshooting|— Workflows” post on the IFB forum for more information
https://community.france-bioinformatique.fr/t/troubleshooting-workflows/615

09/06/2020

23


https://community.france-bioinformatique.fr/t/troubleshooting-workflows/615

Workflowdt

‘I relaunched my workflow but | do not see
resulting jobs in my history. What should | do?’

Workflow troubleshooting (3)

It sometimes happens that while using imported workflows, job outputs appear as ‘hidden
datasets’ in your history. To put it back to standard display, you simply need to select
concerned datasets and to unhide them.

History S+ D%
Rechercher des données 0
My_relaunched_history_from_wo
rkflow
l 3 shown, 55 hidden

920.75 MB o
56: dataMatrix.tsv [OW 4B
11: sampleMetadata_com @& 4 X
pleted.tsv

10: sacurine x

a list with 9 items

09/06/2020

=

=

History

My_relaunched_history_from_wo
rkflow

85 shown, hide hidden

920.75 MB yeoe

Ce jeu de données a été cache
Rendre visible

85: xset.merged.group @ 4 R
ChromPeaks.plotChro

mPeakDensity.pdf

Ce jeu de données a été cache
Rendre visible

83: Generic_Filter Univ @& 4 %
ariate_Generic_Filter_ Q
uality Metrics_Batch_correction_line

ar_variableMetada.HMDB_XLS.txt

Ce jeu de données a €té cache
Rendre visible

82: Generic_Filter_Univ

@4 X

| I L P AR
History Actions |
Copy
Partager et publier
Montrer la structure
Extraire un Worlflow
Set Permissions
Make Private

Reprendre les processus en pause
Actions sur les jeux de données

Copier des jeux de données

Réduire les données étendues

Afficher les données cachées

Unhide hidden datasets

ichees

e (IMEes
Télécharger

Exporter les citations des outils

Exporter I'Historique dans un fichier

82: Generic_Filter_Univ

ariate_Generic_Filter_Q
nalitv Matrice Ratrh rarractinn lina

(O 4B

Really unhide all hidden datasets?

Annuler

History CH+ D

My relaunched_history from_workflow
82 shown, 3 hidden

1.04 GB A X

85: xset.merged.groupChromPeaks.plotC @ 4 X
hromPeakDensity.pdf

83: Generic_Filter_Univariate_Generic Fit @& 4 X
er_Quality Metrics_Batch_correction_linea

r_variableMetada. HMDB_XLS.txt

@& X

82: Generic_Filter_Univariate_Generic_Filt
er_Quality Metrics_Batch_correction_linea
r_variableMetada. HMDB_WEB.html

@& X
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Wm| See you on W4M!

Workflowdt

Website:
https://workflowdmetabolomics.org/

Galaxy instance:

https://workflowdmetabolomics.usegalaxy.fr/

Need some help?

https://community.france-bioinformatique.fr/c/workflow4dmetabolomics/10

09/06/2020
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