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Talk Contents 

• What’s been achieved? 
• What is still missing?

• Hints on how to steer a change towards a more FAIR culture 
among the PaN user community

• Users’ vision on FAIR data compared with Research 
Infrastructures’ achievements (in Europe)



Firstly, the respective visions:
There is a huge overlap between PaNOSC’s Vision and IUCr’s

• Trust in science
• Opportunities linking raw 

diffraction data to our 
publications

• Consulting the IUCr
Commissions

• Unpublished data
• Modern data rates are a 

challenge
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What’s been achieved within the IUCr Global Community?:
The Crystallographic Information Framework#

facilitates trust in crystal structures

Trust is needed in:
• Data transmission/exchange

– Crystallographic Information File (1991)
• Data consistency

– checkCIF for derived (coordinate) data (1998)
– checkCIF including structure factors (2007)

# IUCr COMMITTEE FOR THE MAINTENANCE OF THE CIF STANDARD (COMCIFS)

In 2003 wwPDB Validation started, which IUCr keenly supported; 
“Validation Report” as a term was 2010 onwards



What is still missing? or Should we say work still underway:
New opportunities and initiatives stemming from being able to store large quantities of raw data

• Better understanding of what we do experimentally
• Harnessing new methods and software
• Enabling new science
• Understand the subjective choices made in raw diffraction data processing

• The above are in addition to the decades long benefits of:-
– archived coordinates (structure and bonding trends and snapshots of conformational dynamics)
– then processed diffraction data (re-use/re-refinement of a structure based on authors’ 

processed structure factors)



IUCr Journals has launched IUCrData’s Raw Data Letters

[CheckCif for Raw Data]



IUCr’s Raw Data Letters is very grateful to PaNOSC
for its help with the checkcif for raw data. 

We imagine this will be useful as well for the PaN Facilities to check the 
reusability of crystallographic raw diffraction images. [The R of FAIR].

Could this be expanded into the domains of imaging and spectroscopy?  

The checkcif for raw data Project Team, which underpins the IUCrData Raw Data Letters initiative: 

Loes Kroon-Batenburg (Main Editor of IUCrData’s Raw Data Letters), James Hester (ANSTO and Chair of 
ComCIFS), Fabio Dall’Antonia, Julian Hörsch (EuroXFEL) and Andy Gotz (ESRF and PANOSC) and the 
staff at the IUCr Editorial Office.



Hints on how to steer a change towards a more 
FAIR culture among the PaN user community?



Well, our IUCr community consultations continue

• Chemical crystallographers (Amy Sarjeant and Simon Coles) organised a Questionnaire and 
then a Workshop linked to IUCr Prague  
https://www.iucr.org/resources/data/commdat/prague-workshop-cx to examine the 
question When should small molecule crystallographers publish their raw diffraction 
data? Answer: in special cases 

• X-ray powder diffraction has a “policy discussion paper” in J Appl Cryst in 2018 by Miguel 
Aranda (ALBA Science Director until recently) Sharing powder diffraction raw data: 
challenges and benefits 

• Already implemented:-
• IUCr Commission on Biological Macromolecules has effected changes in IUCr Journals 

Notes for Authors that data processing methods and new structures papers must have 
their underpinning raw diffraction data doi cited.

https://www.iucr.org/resources/data/commdat/prague-workshop-cx


https://www.iucr.org/resources/data/commdat/melbourne-workshop

Also at IUCr 2023: Congress Keynote Speaker Andy Gotz ESRF
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Panel Discussion:



Treating IUCr as a User then re PaNOSC’s question:

What is your users’ vision on FAIR data compared with Research 
Infrastructures’ achievements (in Europe)

Our answer would be, Congratulations to PaNOSC>>>>>



We, IUCr, are very impressed with the 
examples from Europe’s facilities of:-

• Diamond Light Source, ESRF and Soleil save all measured data and have a 
policy committed to release of all raw data after 3 years 

• Pioneering from 2018, for 2 years ESRF have generated one DOI per 
proposal using DataCite (examples: 
https://search.datacite.org/works?query=10.15151%2F*), users can also 
create additional DOI per dataset using the ESRF data portal. ESRF asks 
their users to provide their DOI of the data in their scientific articles.

• In Germany there is the National Forschungsdateninfrastruktur
(https://www.nfdi.de/ ) bringing proper data management tools and 
metadata harvesting to many science areas including the photon and 
neutron sciences (DAPHNE4NFDI, DAten aus PHotonen und 
Neutronen Experimenten).

https://search.datacite.org/works?query=10.15151%2F*
https://www.nfdi.de/


Gathering Hints from the global community 
We are very keen on our IUCr Open Discussion Tool: 
The IUCr CommDat Forum for Public Inputs on Data

Thankyou to Andy Gotz for his PaNOSC’s postings at our IUCr CommDat Forum
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