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Users

An active community of 12 000 scientists from 28 countries

1400 invited experimenters / year

National affiliation of ILL users in 2014
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INSTITUT LAUE LANGEVIN

ILL member countries and their financial

participation
Germany : 25 %
UK : 25 %
France : 25 %

Spain

Italy
Switzerland
Poland

CENI (Central European Neutron Initiative,
Austria, Czech Republic, Slovakia)

TRANSNI (TRANSnational Neutron Initiative,
Belgium, Denmark, Sweden)
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Societal impact

Energy
11%

Health
8%

Other Earth &
3% Environment
3%
ICT*
1%

Other functional
materials
6%

Fundamental Science
68%
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Science

28 instruments + 10 CRG

Scientists
submit
proposals

1200/ Yr

Proposals are
Publication reviewed by

650/ Yr external
experts

Scientific workflow

50% get
accepted
beam time

Data analysis

Data Experiment

archiving 850/ Yr

7/
INSTITUT MAX VON LAUE - PAUL LANGEVIN ' 6
NEUTRONS
FOR SOCIETY*



We are not alone

Snapshots of unique X-Ray & Neutron scattering users, over 18 months (2013=2014).

ALBA BERI BESSYIl DESY DLS ELETTRA ESRF MLZ ILL 1515 LCLES 8sINQ  SLS SOLEIL  SMS neutron photon  all

ALBA 1303 5 43 a0 274 128 356 g 83 36 2 23 124 161 7 122 679 1303
BER I 5 237 27 28 20 ] 42 ala 104 50 ] 75 22 7 a7 162 86 237
BESSY Il 43 27 838 128 a6 a5 143 16 31 16 28 29 119 100 il ] 418 838
DESY a0 28 128 3620 306 255 am 1o 167 92 151 82 326 248 63 343 1579 3680
DL3 274 20 a6 396 10445 2897 1606 82 4385 763 70 144 559 526 124 1136 2598 10445
ELETTRA 128 0 a5 255 287 3422 430 1 99 41 6a 14 218 379 12 149 1171 3422
ESRF 356 42 143 a0 1606 480 10786 203 73 356 102 203 809 1380 155 1165 4242 10786
MLZ a GE 16 10 82 21 203 1430 409 167 3 222 52 46 158 601 353 1430
ILL 83 104 ey 167 485 99 ) 409 4138 606 3 384 130 239 36 1252 1304 4138
1515 36 50 16 92 763 41 356 167 GOG 3406 9 236 101 g4 267 291 1052 3406
LCLS 2 0 28 151 7o 68 102 3 3 9 1123 1 7a 44 6 17 329 1123
SiMQ 23 75 28 a2 144 14 203 222 384 236 1 1424 250 65 185 614 501 1424
SLS 124 22 1149 326 559 218 809 52 130 10m 79 250 3881 366 G4 365 1637 3881
SOLEIL 161 7 100 246 526 379 1390 46 239 g4 44 65 366 5134 40 349 2145 5124
SNS I a7 M 63 124 12 155 158 316 267 ] 185 G4 40 Ar23 531 a2y ar23
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INSTITUT MAX VON LAUE - PAUL LANGEVIN '
NEUTRONS
FOR SOCIETY*



Co-funded by the European Union : -
/&

PaNData-Europe Grant Agreement No 261537 INSTITUT MAX VON LAUE - PAUL LANGEVIN
PaNData-ODI Grant Agreement No RI-283556 FORSOEY"




Open Data/Science for a facility?

- Data are the real/factual production.

 Knowledge (peer-reviewed articles, conference
contributions, thematic courses, software ...) is the
main output.

Openness is a tool for increasing our IMmpact.
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Data Policy

Based on the PaNData framework

Open data & how to protect and credit our users?

» The facility shall act as a custodian for the data.
« All raw data will be curated in a well-defined format with a unique ID (DOI).

« Metadata is captured automatically and resides either within the raw data files, and/or in an
associated on-line catalogue.

» Users can release or give access to their data at any time, by default access to raw data and
the associated metadata is restricted to the experimental team for a maximum period of 3
years. Thereafter, it will become publicly accessible.

« The embargo period can be extended on requests to the direction.

» Publication based on data must acknowledge the source of the data and cite its unique
identifier (CC-BY licence).

httpS//WWWl”eU/DataPOI|Cy INSTITUT MAX VON LAUE - PAUL LANGEVIN '.ll
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Accessible: DP

Scientific data policy

« Open Data policy based on PaNData-EU work.
Published in Sept 2011
In place since Oct 2012 (i.e. 1st experiment under DP)

2013 complete set of Data Management Services available for users: search,
access, annotate, archive, identify, publish.

Revised In July 2017

. Include per default CRG instruments

. More practical : “PID” replaced by “"DOI"”

. All type of scientific data (Raw, reduced and results stored on ILL infrastructure)

. Completely rewritten by a scientist to simplify wording and make it more practical and
understandable by users.

https://www.ill.eu/DataPolicy
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https://www.ill.eu/DataPolicy

Linking Proposal and data.

(YR a -

- Nomad & _ 0O X)
L Identification of the proposa| file View Herdware Settings Command Editor Spy User Zoom
: ortizh 4

on the instrument.

- Commands

b @ Favourites
- Acquisition
- . Counts
REC

{4 Count
REC

Q KineticCount

L 8 TofCount
REC

PHKineticCount

4 @ Scans
b a Setting
Title
v @ Axis
hd Primary
@ Selrot
(& oisk2
(&3 oisks
(&3 piska
Disks
b % Sample
3 Secondary
b a Beam parameters
b a Sample environment
4 . Tools
4 Execution control

ﬂ Clipboard

b @ Users' scripts

Subtitle | D20

Repetitions [ 1 ‘ v

1000 O

v 3 Disk3

Set-point | 270.(

Set-point | 270.(

Subtitle ‘ D20

Repetitions J 1 ( [

10.00 | ¢

Hardware Settings

-

Commands

b @ Favourites
- Q Acquisition
-

Counts

Y count

KineticCount

Q TofCount
PHKineticCount
b @ Scans
b G Setting
Title
- @ Axis
- @ Primary
@ Selrot
(&3 oisk2
(&3 oisks
(&3 oiska
(&3 oisks
b (&3 sample
13 Secondary
3 n Beam parameters
b (v) Sample environment
4 x Tools

b E&J Execution control

ﬂ Clipboard

b @ Users' scripts

Select a proposal from the list below:

[Code

Title

internaluse
1-01-139
1-10-23
5-32-800
5-42-386
5-42-391
6-02-555
8-02-732
8-03-808
8-03-809
8-03-827
8-03-828
8-03-843
8-03-846
9-10-1360
9-10-1362
9-10-1363
9-10-1369
9-10-1370
9-10-1372

internal Use

Magnetic ordering in Ni-Co-Mn-Sn-based ferromagnetic shape memory alloy (FSMA)
Behaviour of Alkali icate gl under irr A SANS study on the evolution of segregated phases
Investigation of vortex structuresin the intermediate mixed state ofMgB2: comparison with Niobium

Probing magnetic phase separation at a metal-insulator transition

Clarifying the origin of chain superconductivity in Y-based cuprates:why does YBa2Cu408 behaves differently to YBz
Protic lonic Liquid &#8211; Water Interactions
Combined SANS & NMR studies of seven transmembrane helical proteins in native-like membrane mimetic environm
Investigation of the role and effect of hydration on an amyloid forming peptide using both high and small-angle neut
SANS investigations on aggregationphenomena in supersaturated drug solutions

A Neutron Scattering Solution Study of Chromatin Regulatory Proteins in the Human Malaria Parasite

Interaction of Hyaluronan and Phospholipids

Structural ysis of the il ion b a polyelectrolyte withprotein varying salt concentrationand temperatu
Structure of the interaction between complement factor H (CFH) and complement C3d in relation to inflammatory dig
Structure in unusual microemulsions

Tri-chain surfactants as charge control agents for colloids in nonpolar solvents
Self-assembly of low surface energy surfactants

Contact ripening of emulsions

The structure and morphology of mono-, bi-, and tri-layer graphenes in solution as a function of concentration and s
Concentration induced size and shape changes in ionic microgel systems

Setting username to internal use

Setting username to ortizh
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Archive: ACLs & user experience improvements

-t:i Applications Pl 'I::: Applications Pl =@ ]
Q0O Temin e, ° ° Mydat Fichier ~ Edition  Affichage Faworis  Cukils 7 | l?
File Edit View Go [) Précédente - \_) = 'ir /. ) Rechercher [~ Dossiers E'

Places v Adresse I.,j YinfstiilldataMyDatalkozabyProposaliexp121_ind_4-01-1172 j E’ QK
i koza Tessks X | Mom - | Taille | Type | Date de modific
i Desktop ) MyData ;I [ hista Dossier de fichiers 10/09f2012 16:

B 53 keza [Dlegfiles Dossier de fichisrs 10022012 16:
o File System |[Chprocessed Dassier de Fichiers 10/09j2012 16!
) = 2 byInstrument

uI_EH Network ) i Ihrawdata Diossier de Fichiers 10/09f2012 16:
lo) sysrcd-2.3.1 s
— Floppy Drive =) iné
J Trash ) in13
7] Documents =12 byProposal
i Music _int_4-01-11
[[m] Pictures D histo

e ]
1@ videos [ [ logfiles
- oad | processed
ownloads H : .
o () rawdata Central online archive:

[0 explzl_ind_7-01-342 —
[ explzi_ind_7-01-349
|2 expl21_inS_LTP-8-4
|2 expl2l_inG_4-01-1172
) expl2l_inG_g-05-532
) expl2l_inG_7-01-342
) expl2l_inG_7-01-349
[ explzi_ing_7-05-389
[ explzi_ing_7-05-303
[ exp12i_inG_B-04-641
|2 expl21_inG_5-04-642

) exp121_inG_g-04-643 Iﬂ -
4 I T | hnGEVIN 'll
T PR Mydata-riT R Mydata - Fle .:{'DémarrerH:; enpl21_ind_4-01-1172 ‘ W @5 07:35 RO

Organisation by proposal, instrument, dates.
ACLs and Kerberos to protect accesses.
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Accessible: Data Portal

Global Search
in5 quasielastic

[include experiments without
data

@ Search

Advanced Search

My role in the experiment (?)
v
Proposal number (?)
Proposal title
Abstract
Cycle
Instrument
Proposer (?}

Attached documents (?)

Data files metadata (?)

[Cinclude experiments without
data

Data Toolbox

Your tools to manage your ILL Data

Proposals list

Proposal 8-04-684

x H

. Proposal

[ histo
7 tagfiles
= rawdata

# Members

7 131/in5lexp_8-04.684

[ Data ranges

Jean-Francois Pe

* Provide access to data, meta-data, logs, DOIs
landing page,
* Tools for managing data authZ

£ Popout

S Data folders

Tailored to ILL needs
- User management of data access authorization.

- Users could decide to publish (open access) their
data, before the end of the embargo period.

Global Search

in5 quasielastic

[Tinclude experiments without data

@ Search

j Advanced Search

My role in the experiment (?)

105641.nxs
105642.nxs
105643 nxs
105644 nxs
105845.nxs
105846.nxs
105647 .nxs
105648.nxs

Proposal number (?)

{$ Download files (one by one)

3 Download a zip with all files

4 Select all files

Proposals list

I 18 proposal(s) found with the given search filter I

8-04-684 : The |n|luence of cofactor binding on thermal fluctuations of alcohol dehydrogenase studied by using quasielastic

neutron sgall
eutron scattering

* Title
* Abstiset= o'the collective domain motions. In this proposal we propose to investigate using m@
« Dataftitle : quasnelastlc neutron scattering

« Proposal file : visi

Index all available information: Proposal,
experimental report, data file annotation,
publications,

6-02-512 : Dynamics
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Interoperable

File formats

& Silx viewer

« ROOT for

Name
d2b.nxs

v o dlnxs
uclear
~ acquisition_mode
v = D7

Physics/HEP
experiments.
* NeXus for all

= Chopper
= Detector
= diab
= dial
= diar

= diat

~ name
= omega
= POL

other
= Verrin

= data

~ duration

Instruments.

~ mode

~ modestring
« monitor1

= monitor2
~ notes

~ preset

~ experiment_identifier

Type

NXentry
int32
NXinstrument
NXpesitionner
NXpositionner
NXpaositionner
NXpositionner
NXpasitionner
NXdisk_chopper
NXdetector
NXpesitionner

NXpositionner
NXpositionner

NXmonochromator

string
NXpesitionner
NXflipper
NXpositionner
NXpasitionner
NXdata

int32

string

string

string

string
NXmonitor
NXmonitor
string

float32

Shape Value

1

(o7

[40]

["12-Sep-18 05:..
["heating -> 233

["time"]
["time®]

["notes’]
[40]

Link

INSTITUT MAX VON LAUE -

Jfmac/Home/Docy jects/ILL/panosc s/

HDFS5 File
Path info

Basename

Name /

File //mac/Home/Doci Projects/ILL/panosc/fi N Isa.nxs

Physical //mac/Home/Documents/Projects/ILL /panosc/files/nexus/NexusFiles/salsa.nxs:/
Attributes

HDF5_Version “1.8.13"
NeXus_version "43.2"
“fusers/data/027777.nxs"

file_name

file_time "2018-10-04T10:10:40+01:00"

<

@ HDFS

PAUL LANGEVIN
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m DOI > 10.5291/ILL-DATA.9-11-1654

NEUTRONS

Findable "

The full details of this dataset is not yet available to the public as it still under its embargo period. As such there are only a few detalls publically exposed. To find out more
about how the ILL govems the release of data, please go here. Thank you for your understanding

Linking data and people
through
Authors | ORCID/ResearcherID

Title

Chitosan/gelatin enzymatically cross-inked hydrogels: Composition and temperature effects on the gel's molecular structure

Abstract i
da Silva, MA (ORCID , Researcherld)
Hydrogels from biopolymers have been attracting increasing interest in biomedicine, but the lack of structural understanding hinders the d
focuses on hydrogel scaffolds obtained from the blend of tilapia (fish) gelatin and chitosan. The hydrogels are cross-inked by the microbial
gelation will be studied: (a) Chemical gelation, enzymatic reaction (b)Physical-co-chemical gelation, enzymatic reaction done in presence of ti D RE | SS CECI |e

hydrogel s more than the added properties of its components and it also requires a particular set of mechanical properties. which are related to its'
nanoscopic level, we propose to use SANS to achieve an understanding of the structure of the networks at the nano-scale level, both after and during 1
experiments will give us precious insight into hydrogels architecture and properties allowing us to better comelate bulk and nano-properties in order to allow a
the final hydrogels

20131 (19-02-2013 - 09-04-2013)

Experimental Report

4056 DOIs i

Download Data

re g i Ste re d The data is cumently only available to downioad if you are a member of the proposale - Experimen( Parameters
- ! ! This data is not yet public
since 2012 e cton Linking data with publications

The recommended format forg

da Silva, My

"/ This data has been cited by 1 articles.

Exploring the Kinetics of Gelation and Final Architecture of Enzymatically Cross-Linked
Chitosan/Gelatin Gels

Collaboration

W I t h Da ta C I te Marcelo A. da Silva, Franziska Bode, Isabelle Grillo, and Cécile A. Dreiss (2015).

- CNRS INIST ..

Institut Laue-Langevin

Aoi:10.1021/acs biomac 5b00205

Access to data is govemed by the ILL data policy

J - F- I Copynght © 2015 ILL has partnered with DataCite as the registration agency for data persistent identifiers.
DataCite



Re)Usable: DAaS Visa

m i Take screenshot [§] Clipboard [ Keyboard { Settings .” Enter full screen

NEUTRONS 10-
FOR SOCIETY ! 10:10:41 AM

@
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Sign out G = 3 g
9 Connected to: General Analysis Environment (Full control) Connection time: a few seconds Members connected: 1 NEUTRONS
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(Re)Usable: DAaS Jupyter

File

Edit  View

History Bookmarks

Connectez-vous - Institut L= X e

¢ @

&

Tools

Help

//login.ill.fr/a

Connectez-vous - Institut Laue - Langevin - Mozilla Firefox

N o @ =

Mot de passe

[ Jonmaisemmese ____________}}

M Se souvenir de moi

& Connexion
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Are we successful? PUMA-BI %

A tool to find and rank similarities between proposal documents and scientific articles

Matching of::

Tl iAo Wik FRdal
The conmection 1o h saner wat reasl whila the Proposal codes
poge was looding.

'Iheuuw;;ﬂw s sarvar wos resal whila the
page wos ni.
Persons

. The ste could b temporarily unailable ar

. . The site could ba temporarily unavoilabio or
19 busy: Ty ageln in 0 lew mamenia Person laboratories 169 Dusy. Try OGN I 0 6tk MAmanis
Faeegde et Keywords AL WTkia 10 10 oYW PO, heK
. your computer of petwarc s pratected by Chemical formulaes
TNEwal o promy, Mok suen that Finsos: 1§

. if your compuier or retwnrk (s protectsd by o
permitied to access the Web,

Tinewall or prowy. meke saen thol Firedox s
Instrument

permited to ooosss the Web.
- Tha sila could b ampancrity unovalobls of

106 by, Try ogain in o fow momenss. Document fu” teXt .mﬁﬁuﬁzlmw’
1 e o e 0 1y poges,chack Document abstract ¥y arm unotis 0 loa o poges, chack
Four campulars netwers conrscion,

. FOUT COMPULETS HETWOE COPPECSon,
Document title
Images

Data-
sources

Corpus
creation

Document SOl Document =EGEEGN  Document Match

document analysis document matching candidate

Human
validation

Result
presentation
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PUMA-BI: statistics examples

Percentage of ILL publications

25

20

(%]

2014

Referenced ILL DOI counts

2015

2016

2017 2018 2019

INSTITUT MAX VON LAUE -
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Some results (Oct 2019)

» 1325 Data sets openly accessible

« 70 Access authorisation added after the experiment
(articles reviewers, new collaborations, ...).

« 184 Full Open Data Sets downloaded by non proposal

members.
7.5 M data files
downloaded since 2015

2015 80925 157
2016 708387 20434
2017 552841 5339
2018 2654162 53098
2019 3410658 12868

EEEEEEE
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Contact: data@ill.eu
Data portal:

Policy:

Software catalogue:
PaNData Collaboration:
PaNOSC:

'll 71, rue des Martyrs - 38000 Grenoble - wwwi.ill.eu
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https://data.ill.eu/
https://www.ill.eu/DataPolicy
https://software.pan-data.eu/
http://pan-data.eu/
https://panosc.eu/

