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When should small molecule crystallographers publish raw data



DDDWG recommendations

IUCr DDDWG Recommendations (top two)

ÅAuthors should provide a permanent and prominent link from their article to 

the raw data sets which underpin their journal publication and associated 

database deposition of processed diffraction data (e.g. structure factor amplitudes 

and intensities) and coordinates, and which should obey the 'FAIR' principles, that 

their raw diffraction data sets should be Findable, Accessible, Interoperable and 

Re-usable (https://www.force11.org/group/fairgroup/fairprinciples).

ÅA registered Digital Object Identifier (doi) should be the persistent identifier of 

choice (rather than a Uniform Resource Locator, url) as the most sustainable way 

to identify and locate a raw diffraction data set.

2011-2017

https://www.force11.org/group/fairgroup/fairprinciples
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FAIR for raw data in crystallography



DataCiteΥ άȄ-Ǌŀȅ ŘƛŦŦǊŀŎǘƛƻƴέ птоуф ǿƻǊƪǎ

Č Raw images data, powder data, processed data or papers

ÅFigshare
ÅDryad
ÅMendeley
ÅDataShareEdinburgh
ÅUniversities of Manchester, Leeds, Bath, 

Aberdeen, Cambridge, St. Andrews, Strathclyde, 
Bristol, Cardiff, Utah

ÅGeological data

provides persistent identifiers (DOIs) for research data
and other research outputs

Raw data mostly:
ÅSBGrid
Å IRRMC
ÅZenodo
ÅCXI
ÅMX-RDR/RepOD



Raw data archive options for Chemical Crystallography

üTypical data set size (dependent on resolution and detector type): 100 MB ς4 GB

üDo (service) crystallographers have the infrastructure to archive all raw data?
ÁUniversity repository
ÁPublic repository
ÁNeutron/Synchrotron facility
ÁHard drive/DVD/tape

üFunding agency adhere to Open Science policies: 
Áall research data should become publicly available 



Raw data archive options for Chemical Crystallography

üTypical data set size (dependent on resolution and detector type): 100 MB ς4 GB

üDo (service) crystallographers have the infrastructure to archive all raw data?
ÁUniversity repository
ÁPublic repository      -> Zenodo
ÁNeutron/Synchrotron facility
ÁHard drive/DVD/tape

üFunding agency adhere to Open Science policies: 
Áall research data should become publicly available 



Which raw data to archive?

ü Data related to high-impact, complicated or remarkable structures with 
demanding structure solution and refinement 

ü Data with particular features, like (non-)merohedral twinning, 
multiple lattices, diffuse scattering, incommensurate modulation

ü Data of from which the structure could not be solved



Where to archive?













Å Reflections can be indexed in a 
orthorombicor monoclinic lattice

Å Structures could be solved for 
h=even

Carefully look at your data: Diaquobis(salicylato)copper(II) 

Not ignoring diffraction features
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