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. Data Policy Short Summary

e Acceptance of the data policy is a condition for the award of beam time

e ESRF will automatically collect data and metadata for all experiments from all beamlines
(including CRGS)

e ESRF is the custodian of the raw data and associated metadata

e ESRF will store metadata in a metadata catalogue (ICAT)

e Experimental team has sole access to the data during the so-called embargo period of
3 years; request to extend the embargo period can be made

e After the embarqgo ESRF will make the data “Open Access”

e Proprietary data belong by default to the Pl and are not archived unless explicitly
agreed




. Data Policy Short Summary
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e About data and metadata
o Only keep data generated at the ESRF
o Data must be in a format the ESRF can read
o Data must be traceable and verifiable as coming
from the ESRF

Under the following terms

e After the embargo the data will be released under the I 0
license CC-By-4 B et et ity e W e s vt oy
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*Techniques covered - lists which techniques are currently concerned by the
Data Policy

*Metadata collection - status of metadata collection and storage in metadata
catalogue for the listed techniques (orange = planned / in progress, green =
implemented, grey = not planned / implemented yet)

*Data archiving - status of long term archiving in tape library (green = data are
being archived for 10 years in tape archive)

*Open access of data - indicates if data is open access (green) or still under
embargo (red), or no data archived (grey)



. Status http://www.esrf.fr/datapolicy

One year ago..... And now

November 2016 and November 2017

250000 B November 2016
B Hovember 2017
200000
Users 272 2333
100000 Samples 2065 57363
Datasets 16980 216570
e Parameters 472000 5973581
. Ratio (Parameters/dataset) 27.79740872 27.58267996
Users Samples Datasets
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Architecture Overview

Data: from Beamline to Tape



Architecture https:/ficat.esrf.fr
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Metadata

How and where metadata is stored?



HDF5 + Nexus + ICAT https://icat.esrf.fr




HDF5 + Nexus + ICAT https://icat.esrf.fr

e HDF5 as a mirror of ICAT on the local beamline file system
e Following the NEXUS convention

—<group NX class="NXentry" groupName="${entry}">

<title ESRF_description="Name of the dataset" ESRF_mandatory="Mandatory" NAPItype="NX CHAR">${scanName} </title>
<scanNumber ESRF_description="Scan number" ESRF_mandatory="Mandatory" NAPItype="NX CHAR">${scanNumber}</scanNumber>
<proposal ESRF_description="Proposal code" ESRF_mandatory="Mandatory" NAPItype="NX CHAR">${proposal}</proposal>
<dataset_type ESRF_description="Scan type can be 'step by step' or 'continuous'&#xA;&#x9;&#x9;" NAPItype="NX CHAR">${scanType} </dataset_type>
<folder_path ESRF_description="Scan starting date" ESRF_mandatory="Mandatory" NAPItype="NX CHAR">${location}</folder_path>
<start_time ESRF_description="Scan starting date" ESRF_mandatory="Mandatory" NAPItype="NX DATE TIME">${startDate}</start time>
<end_time ESRF_description="Scan ending date" record="final" ESRF_mandatory="Mandatory" NAPItype="NX DATE TIME">${endDate} </end_time>
<definition ESRF_description="Techniques used to collect this dataset" NAPItype="NX CHAR">${definition} </definition>

+<group NX_class="NXsubentry" groupName="SAXS"></group>

+<group NX_class="NXsubentry" groupName="MX"></group>

+<group NX_class="NXsubentry" groupName="PTYCHO"></group>

+<group NX class="NXsubentry" groupName="FLUO"></group>

+<group NX_class="NXsubentry" groupName="TOMO"></group>

+<group NX class="NXsubentry" groupName="MRT"></group>

+<group NX_class="NXsubentry" groupName="HOLO"></group>

+<group NX class="NXsubentry" groupName="WAXS"></group>

+<group NX_class="NXsample" groupName="sample"></group>

+<group NX class="NXinstrument" groupName="instrument"></group>

+<group NX_class="NXnote" groupName="notes"></group>

</group>



HDF5 + Nexus + ICAT https://icat.esrf.fr

—<group NX_class="NXentry" groupName="${entry}">
<title ESRF_description="Name of the dataset" ESRF_mandatory="Mandatory" NAPItype="NX CHAR">${scanName} </title>
<scanNumber ESRF_description="Scan number" ESRF_mandatory="Mandatory" NAPItype="NX CHAR">${scanNumber}</scanNumber>
<proposal ESRF_description="Proposal code" ESRF_mandatory="Mandatory" NAPItype="NX CHAR">${proposal}</proposal>
<dataset_type ESRF_description="Scan type can be 'step by step' or 'continuous'&#xA;&#x9;&#x9;" NAPItype="NX CHAR">${scanType}</dataset_type>
<folder_path ESRF_description="Scan starting date" ESRF_mandatory="Mandatory" NAPItype="NX CHAR">${location}</folder_path>
<start_time ESRF_description="Scan starting date" ESRF_mandatory="Mandatory" NAPItype="NX DATE TIME">${startDate}</start_time>
<end_time ESRF description="Scan ending date" record="final" ESRF_mandatory="Mandatory" NAPItype="NX DATE TIME">${endDate}</end_time>
<definition ESRF_description="Techniques used to collect this dataset" NAPItype="NX CHAR">${definition} </definition>
+<group NX class="NXsubentry" groupName="SAXS"></group>
+<group NX_class="NXsubentry" groupName="MX"></group>
+<group NX class="NXsubentry" groupName="PTYCHO"></group>
+<group NX_class="NXsubentry" groupName="FLUO"></group>
+<group NX_class="NXsubentry" groupName="TOMO"></group>
+<group NX_class="NXsubentry" groupName="MRT"></group>
+<group NX_class="NXsubentry" groupName="HOLO"></group>
+<group NX class="NXsubentry" groupName="WAXS"></group>
—<group NX class="NXsample" groupName="sample">
<name ESRF_description="Name of the sample" ESRF_mandatory="Mandatory" NAPItype="NX CHAR">${Sample name}</name>
<description ESRF_description="Description of the sample" NAPItype="NX CHAR">${Sample description}</description>
<chemical_formula ESRF_description="Chemical formula of the sample" NAPItype="NX CHAR">${Sample chemical formula}</chemical_formula>
—<group NX_class="NXpositioner" groupName="positioners">
<name NAPItype="NX CHAR">${SamplePositioners name}</name>
<value NAPItype="NX CHAR">${SamplePositioners value}</value>
</group>
—<group NX_class="NXenvironment" groupName="environment">
—<group NX_class="NXsensor" groupName="sensors" ESRF_description="Parameters for controlling external conditions">
<name NAPItype="NX CHAR">${SampleEnvironmentSensors name}</name>
<value NAPItype="NX CHAR">${SampleEnvironmentSensors value}</value>
</group>
</group>
</group>
+<group NX_class="NXinstrument" groupName="instrument"></group>
+<group NX class="NXnote" groupName="notes"></group>
</group>



HDF5 + Nexus + ICAT https://icat.esrf.fr
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HDF5 + Nexus + ICAT

https://icat.esrf.fr

e Parameter type are named as with Nexus convention style

Name
InstrumentAttenuatorPositioners_name
InstrumentAttenuatarPositioners_value
InstrumentinsertionDevice_gap_name
InstrumentinsertionDevice_gap_value

InstrumentPositioners_name

InstrumentPositioners_value

Problems (?):

Value

"attl att2 aft3 a4 aftS ic0”

“C_ v 115A_028Al_124Cu_0.35Cu_069 Unknown"
W125U W1S50M

199999 24.800
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9
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54
0.53005 30,536 37,99

245517002000004.2041310000-0.2920-50076.1642
9600201-499525660000,120-2001.8961909-20029 19

21-.0.215221 -4 6575-3.33333e-06004 52480100
99 0.949995 -0.0205 0000249237 -1.07368 16885 0

e Values as arrays on the database
e Topcat can not display parameter type names
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TopCAT Developments

Metadata plugin



TopCAT
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Graylog

Central logging system



Centralize all logs

Open Source

Monitor and alert

Stats

Implementation in Java for all major
logging frameworks: log4j, log4j2,
java.util.logging, logback, JBossAS7
and WildFly 8- ...

Trusted full-featured log management.




http://www.esrf.fr/datapolicy
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. Graylog http://lwww.esrf.fr/datapolicy
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. New developments and challenges

Next Developments

DOls
More protocols to download files
E-logbook and its integration with ICAT
Improve/evolve TopCAT

o Searchable

o More attractive

Challenges

e Attract users with TopCAT
e Keep pushing the implementation on the beamlines 10/year



Thanks!



