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Quelgues données en biologie :
= Tableaux de donneées

= Parametres (de simulation)

" Programmes informatiques

 Données massives

Pourquoi publier tout ca ?
Comment faire ?

PP



On exclut tout de suite

= Site web perso de chercheur

= Site web de labo / d’Institut
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Cas n° 1 : tableau de données

propriétés d’une famille de protéines

OPEN a ACCESS Freely available online

9 pLos ene

Detection and Architecture of Small Heat Shock Protein

Monomers

Pierre Poulain*®, Jean-Christophe Gelly, Delphine Flatters*

DSIMB, Insermn UMRB-S 665 and Université Paris Diderot - Paris 7, INTS, Paris, France

Poulain et al., PLOS ONE, 2010.
DOI 10.1371/journal.pone.0009990

Supporting Information

Dataset S1 List of the 3787 sequences constituting the
sHSPdata09 dataset. First column is the UniProt accession,
second column is the corresponding group and third column is
the length of the detected ACD.

Found at: doi:10.1371/journal.pone.0009990.s001 (0.10 MB
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Cas n° 1 : tableau de données

propriétés d’une famille de protéines

accession group ACD size accession group ACD size accession group ACD size
BSSAR05 plant 91 B2AV539 fungi 158 CARNHZ bacOther 88
COQvVM3 bacOother B8 Q5ZTH1 bach B7 Q16584 animal 83
001718 animal 101 QAWYWI fungi 124 BREEXZ24 bacOther 89
RIE463 plant S0 RN3R354 bacOther 89 B353B4 plant 90
BOEHH3 other B7 ARBNZFZ fungi 120 C4JZET fungi 146
BOEZIG bacOther a0 QBZZ218 bach 86 BOTJF1 bach 86
cClc473 animal B3 B&TD78 plant 7 B953B3 plant 90
R1W289 animal H3 A9RDF3 plant BO B953BZ2 plant 90
BeTeNG plant 90 COPTBY9 plant 92 RTPAPT plant 90
Q35TL4 bacOther BE QBeGUL animal 135 BBFLLS bacCther 88
QRBDDJ3 bach H5 ASBRN4 plant 90 RICE36 fungi 139
nlels4d bacOther B9 B3YBV6 bacOther B9 BY951R8 plant 90
QYSRP2 bacOther BG BY9SIRY plant 91 B1L/F8 archae 69
QleS85 animal 9] AQOYRMS bacOther 89 C2WLY4 bacOther 90
BI/PIFT animal B4 A3JBHOU bacOther 90 BBFLL7 bacOther B8
QY%7wWlo archae 13 282029 bacOther 89 Lip4ra plant 90

DOI 10.1371/journal.pone.0009990.s001



Cas n° 1 : tableau de données

propriétés d’une famille de protéines

accession group ACD size accession group ACD size accession group ACD size
BSSAR05 plant 91 B2AV539 fungi 158 CARNHZ bacOther 88
COQvVM3 bacOother B8 Q5ZTH1 bach 87 0Dl1658< animal 83
001718 animal 101 QAWYWI fungi 124 BREEXZ24 bacOther 89
RIE463 plant S0 D3R354 bacOther 89 B353B4 plant 90
BOEHH3 other B7 ARBNZFZ fungi 120 C4JZET fungi 146
BOEZIG bacOther a0 QBZZ218 bach 86 BOTJF1 bach 86
cClc473 animal B3 B&TD78 plant 7 B953B3 plant 90
R1W289 animal H3 A9RDF3 plant BO B953BZ2 plant 90
BeTeNG plant 90 COPTBY9 plant 92 RTPAPT plant 90
R35TL4 bacOther Bb ' animal 135 BBFLLS bacOther 88
QBDDJ3 bach H5 plant 90 Al1CE36 fungi 139
nlels4d bacOther B9 B3YBV6 bacOther B9 BY951R8 plant 90
RQY9RP2 bacOther BG BY9SIRY plant 91 B1L/F8 archae 69
0leS585 animal 9] AQOYRMS bacOther 89 C2WLY4 bacOther 90
BI/PIFT animal B4 A3JBHOU bacOther 90 BBFLL7 bacOther B8
QY9iWlc archae 19 282029 bacOther 89 Lip4ra plant 90

DOI 10.1371/journal.pone.0009990.s001



Cas n° 2 : fichiers de parametres

Simulations numériques

'@-PLOS | one

OPEN a ACCESS Freely available online

Modeling and Molecular Dynamics of HPA-1a and -1b
Polymorphisms: Effects on the Structure of the 3
Subunit of the allbp3 Integrin

Vincent Jallu'>, Pierre Poulain®*%>, Patrick F. J. Fuchs***>, Cecile Kaplan’,

Alexandre G. de Brevern®**

1 Laboratoire d'lmmunologie Plagquettaire, INTS, Paris, France, 2 INSERM, U665, A i B
4 Institut National de la Transfusion Sanguine, Paris, France, 5 Laboratoire d'Exg

L33

Figure 1. Ectodomain 3D structure model of the L33 B3 form. A side view of 3 integrin (A) and an apical view of the B3 knee (B) are shown.

J a.l | u et al .y P LOS O N E y 20 12 . Domains are differently colored and labeled and the L33 residue is shown in blue. These static views illustrate the HPA-1 polymorphic site that is |_

located at the top of the i3 knee. These representations were generated using PyMOL software [16].

DOI 10.1371/journal.pone.0047304 dok10.1371/journal pone 0047304 9001




Cas n° 2 : fichiers de parametres

md.mdp (3.35 kB) mini1t.mdp (1.25 kB)
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md_eq.mdp (3.29 kB) mini2Z.mdp (1.33 kB) o) '- '
.'I"ll o #" I g

i-"‘ ..-. e

md_protoceol.sh (3.39 kB)

Download all (1262 kB) Share Embed + Collect (you need to log in first) 5files mm =

Molecular Dynamics Protocol with Gromacs 4.0.7

: [ 62 0
Version 3 v  Fileset posted on 18.12.2012, 15:29 by Pierre Poulain, Alexandre G de Brevern, Patrick F views downloads citations

J Fuchs

Molecular Dynamics Protocol with Gromacs 4.0.7 This protocol had been used in the
paper Modeling and Molecular Dynamics of HPA-1a and -1b Polymorphisms: Effects on
the Structure of the 3 Subunit of the allb3 Integrin (PLoS ONE 7(11). e47304, 2012).

CATEGORIES

REFEREMCES * Bicinformatics
» hitp://www.plosone.org/article/info%3Adoi%2F10.1371%2Fjournal.pone. 0047304
+ hitp://dx.doi.org/10.6084/m9 figshare. 104602 KEYWORD(S)

molecular dynamics gromacs

LICENCE

DOI http://dx.doi.org/10.6084/m9.figshare.104603



Cas n° 2 : fichiers de parametres

matthieu Chavent
@Matth_Chavent

e matthieu Chavent
@YY ©@Matth_Chavent

And the final board with all the ideas from the

Starting the day in Stockholm. This evening the gamestorming @BioExcelCoE #SDMS18

@BioExcelCoE workshop on "sharing data from
molecular simulation” will begin. Use the hashtag

#SDMS18 to interact with the participants and follow
the discussions

Traduire le Tweet




Figshare ?

""""" flgshare

(2011 | Marc Hahnel)
A

Digital Science
(Overleaf, Altmetric)

A
Holtzbrinck
\/
Springer Nature

Who Owns Digital Science? R. C. Schonfeld, 2017. 10 ~ PP
https://scholarlykitchen.sspnet.org/2017/10/23/ownership-digital-science/



Figshare | FAIR ?
. figshare @ o

@figshare

Figshare and the #FAIR data principles:

figshare.com/articles/Figsh ... #rdm

& Traduire le Tweet

Figshare and FAIR data principles

This webinar was held on 13 June 2018 and looked at the FAIR
data principles and how they are applied to Figshare.For further
information please contact patrick@figshare.com.

12:36 - 14 juin 2018
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Cas n° 3 : tableau de données

Tropical Medicine and International Health

doi:10.1111/tmi.12786

VOLUME 21 NO 12 PP 1496—1503 DECEMBER 2016

Plasmodium falciparum infection in febrile Congolese children:
prevalence of clinical malaria 10 years after introduction of
artemisinin-combination therapies

Mandingha Kosso Etoka-Beka'?, Francine Ntoumi'*??*, Michael Kombo', Julia Deibert®, Pierre Poulain
Christevy Vouvoungui', Simon Charles Kobawila? and Felix Koukouikila-Koussounda''?

1,4,5,6,7
¥

1 Fondation Congolaise pour la Rech
2 Faculté des Sciences et Techniques,
3 Institute for Tropical Medicine, Un
4 Institut National de la Santé et de |
S UMR_S 1134, DSIMB, Sorbonne P
6 Institut National de la Transfusion
7 UMR_S 1134, Laboratory of Excel

Table | Characteristics of Congolese febrile patients recruited in Brazzaville

Variables
(%)

All (n = 229)
100

AA (n=199)
87

AS (n = 30)
13

Etoka-Beka et al., Tropical Medicine & International Health, 2016.

DOI 10.1111/tmi.12786

Age, years, mean + SD 3.1 £2.5 3.1 2.5 294+2.3
[min-max]| [1-10] [1-10] [1-8]
Sex ratio F/M 105/124 88/111 17/13
(%) 46/54 44/56 57/43
Axillary temp. °C, mean + SD 379 + 1.1 379 + 1.1 37.8 £ 1.2
[min-max] [34.6-40.8] [35.8-40.8] [34.6-40.0]
Haemoglobin, g/dl, mean + SD [min-max 11.3 + 42 113 + 4.4 112 + 1.4
[4.9-69.4] [4.9-69.4] [7.4-13.9]
Bed net use, # (%) 219 (96) 189 (95) 30 (100)
Treated bed net use, 1 (%) 101 (44) 2 (46) 9 (30)
Previous antimalarial self-treatment, n (%) 71 (31) 60 (30) 11 (37)
Anaemia, 7 (%) 96 (42) 86 (43) 10 (33)
P. f. uncomplicated malaria, # (%)* 22 (10) 18 (9) 4 (13)
P. f. submicroscopic infection, # (%) 49 (21) 41 (21) 8 (27)
*Mann-Whitney P = 0.277
12 ~ PP




Cas n° 3 : tableau de données

September 19, 2016
33 09

Plasmodium falciparum infection in febrile > e
Congolese children: prevalence of clinical N

e details
malaria ten years after introduction of
Artemisinin-combination therapies
Etoka-Beka, Mandingha Kosso; Ntoumi, Francine; Kombo, Michael; Deibert, Julia; Poulain, Pierre; Vouvoungui, Christewvy, naeean
Kobawila, Simon Charles; Koukouikila-Koussounda, Felix
dataset used in the paper. O pen AI R E

patient_id sampling_date age sex weight temp hb_profile hb_conc bed_net_ust

Publication date:

00 014/09/0 9 = = 0 8.0 A 8.7 e
MNG 2014/09/03 female 25 3 AR ] Tru September 19, 2016
MNGO0O 2014/09/03 6 female | 24 4 35.8 AA 12 8 True DOL:
DOl 10.5281/zenodo.154453
MNGOO 2014/09/03 3 female | 155 393 AR 105 True Keyword(s):
MNGO0O 2014/09/04 1 male 12.0 397 AS 9.8 True
Published in:
MNGOO 2014/09/04 1 male g0 37 .0 AL 125 True Tropical Medicine & International Health:.
Related identifiers:
MMNGOO7 2014/09/04 3 female | 11.8 37.1 A4 11.2 True Referenced by
10.1111/tmi. 12786
MNGODO08 2014/09/05 5 male 203 37.0 AA 9.5 True
License (for files):
MNGO09 2014/09/05 3 male 21.0 367  AA 12 3 True (£ Creative Commons Attribution 4.0 Internationa

13~ PP

https://zenodo.org/record/154453



OpenAIRE + CERN (2013)

FAIR Principles

FAIR Principles definition as referenced from: Wilkinson, M. D. et al. The FAIR Guiding Principles for scientific data management and stewardship. Sci. Data 3:160078 doi:
10.1038/sdata.2016.18 (2016).

To be Findable:

* F1.(meta)data are assigned a globally unigue and persistent identifier
o A DOlisissued to every published record on Zenodo.
» F2 data are described with rich metadata (defined by R1 below)
o Zenodos metadata is compliant with DataCites Metadata Schema minimum and recommended terms, with a few additional enrichements.
* F3: metadata clearly and explicitly include the identifier of the data it describes
o The DOl is a top-level and a mandatory field in the metadata of each record.
* F4: (meta)data are registered or indexed in a searchable resource
o Metadata of each record is indexed and searchable directly in Zenodo’s search engine immediately after publishing.
o Metadata of each record is sent to DataCite servers during DOl registration and indexed there.

To be Accessible:

s A1 (meta)data are retrievable by their identifier using a standardized communications protocol

A

o Metadata for individual records as well as record collections are harvestable using the OAI-PMH protocol by the record identifier and the collection name.
o Metadata is also retrievable through the public REST AP

. 14 ~ PP
http://about.zenodo.org/principles/



Cas n°4 : code informatique

PBxplore: a tool to analyze local protein

structure and deformability with Protein
Blocks

Jonathan Barnoud'*~*®, Hubert Santuz'*“*", Pierrick Craveur'*"*%,
Agnel Praveen Joseph'*"*”, Vincent Jallu’, Alexandre G. de Brevern'*"* and
Pierre Poulain'*~*'""

"INSERM, U 1134, DSIMB, Paris, France

*Univ. Paris Diderot, Sorbonne Paris Cité, Univ de la Béunion, Univ des Antilles, UMR-5 1134, Paris, France

* Institut National de la Transfusion Sanguine (INTS), Paris, France

'Laboratoire d'Excellence GR-Ex, Paris, France

*Platelet Unit, INTS, Paris, France

*Current affiliation: Groningen Biomolecular Sciences and Biotechnology Institute and Zernike Institute for
Advanced Materials, University of Groningen, Groningen, The Netherlands

“Current affiliation: Laboratoire de Biochimie Théorique, CNRS UPR 9080, Institut de Biologie
Physico-Chimique, Paris, France

*Current affiliation: Department of Integrative Structural and Computational Biology, The Scripps Research
Institute, La Jolla, CA, United States of America

’Current affiliation: Birkbeck College, University of London, London, UK

"Curr

univData Availability

Thesd

Barnoud et al., PeerJ, 2017.
DOI 10.7717/peerj.4013

GitHub: Available at https://github.com/pierrepo/PBxplore

The following information was supplied regarding data availability:

Zenodo: Available at https://dx.doi.org/10.5281/zenodo.1016257.

15~ PP




Cas n°4 : code informatique

pierrepo / PBxplore @Wach 8 | ssStar 14 | YFork 8

<> Code Issues 4 Pull requests 2 Projects 0 Insights

A suite of tools to explore protein structures with Protein Blocks & https://pbxplore.readthedocs.org/enl...

python protein structure bioinformatics-analysis

P 612 commits ¥ 4 branches > 11 releases 13 3 contributors sfs MIT

Branch: master v Find file Clone or download ™

s jbarnoud Merge pull request #171 from pierrepo/add-citation-info Latest commit baizoea on 5 Dec 2017

I demo_doc Add an example plot with RMSF and Neq superposed (#169) a year ago

i demo_paper Add example logo 2 years ago

i devtools Bump version: 1.3.7 — 1.3.8 a year ago

i doc Set citation as text block a year ago

i pbxplore Bump version: 1.3.7 — 1.3.8 a year ago
October 17, 2017 EEmErE=

PBxplore (v1.3.8): A program to explore protein @34 Mjm
structures with Protein Blocks N o

GitHub

B
> 1.1kB
o [ MANIFEST.in 155 Bytes Publication date:
o [ README rst 3.2kB October 17, 2017
) DOL:
L
18.6 kB
378.1 kB Keyword(s):
5.5 B e | e | e s |
19.7 kB [ octormabitty |
18.6 kB Related identifiers:
3781 kB Supplement to:
chifted PR ronnt 5 R KR e e/tree/v] 3
License (for files):
& MIT License
e > & MIT Lic

GitHub

\J
Zenodo

16 ~ PP



Cas n°4 : code informatique

pierrepo / PBxplore @Watch 8 | Star 14 | YFork 8

¢» Code Issues 4 Pull requests 2 Projects 0 Insights

A sulte of tools to explore protein structures with Protein Blocks & https:/pbxplore.readthedocs.org/en/...

python  protein  structure  bioinformatics-analysis

D 612 commits ¥ 4 branches O 11 releases 42 3 contributors s MIT
Joarnoud Merge pull request #171 from pierrepo/add-citation-info - Latest commit ba12989 on 5 Dec 2017
|
i demo_doc Add an example plot with RMSF and Neq superposed (#169) a year ago
m demo_paper Add example logo 2 years ago I u
I deviools Bump version: 1.3.7 - 1.3.8 a year ago
i doc Set citation as text block a year ago
i pbxplore Bump version: 1.3.7 - 1.3.8 a year ago

Software Heritage

Z I @@ Browse archived directory for origin https:Hgithub.com!pierrepo!PBproreB‘
BAVisits I Snapshot date: 21 March 2018, 21:49 UTC ¥ Branches (104) W Releases (4)
October 17,2017 [ sortvere | open access |
: ¥ Branch: HEAD ~ 4260527 /
PBxplore (v1.3.8): A program to explore protein @34 - 4 IS
structures with Protein Blocks 7 File Mode sid
This repository contains the archived release for the software PBxplore . demo—doc d _________
G.tH b 8 demo_paper o —
-
Y]
°S I u B devtools d--mmneeen
oD
i B8 doc e
oD v Publication date:
- AT 8 pbxplore Fe I
*Des
=0 Keyword(s):
a0 i
s D ) ) )
.0
0 Related identifiers:
:E Supplement to: ‘ ' 17 . P P
Ligenfe (for files):




Cas n°5 : données massives
« omigues »

Séquencage haut débit (ADN / ARN) :

= Gene Expression Omnibus (GEO)
https://lwww.ncbi.nlm.nih.gov/geol

*Sequence Read Archive (SRA)

https:/lwww.ncbhi.nlm.nih.gov/sra

Protéomique par spectrometrie de masse :
* PRoteomics IDEntifications (PRIDE)

https:/lwww.ebi.ac.uk/pridel/archivel
18 ~ PP


https://www.ncbi.nlm.nih.gov/geo/
https://www.ncbi.nlm.nih.gov/sra
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