
Metadata for raw data from X-ray 
diffraction and other structural techniques

A Satellite Workshop to the 29th European 
Crystallographic Meeting

Practical session: 1. Catalogue of metadata 
standards



DDDWG Work Plan

Metadata

DDDWG Triennial Report 2011-2014

• In the Madrid Congress the Commissions were charged at the DDD inaugural 
meeting to define the metadata that should accompany their raw data … 

• While each IUCr Commission needs to specify 'technical' metadata - i.e. those 
specific to their experimental raw data - there is also a need to review 'generic' 
metadata – e.g. who 'owns' a data set, details of research grants, embargo 
periods etc. A higher-level classification of the domain of study may be needed. 
E.g. a synchrotron facility might need to define different data storage policies 
for, say, X-ray diffraction images versus X-ray tomography images. Such policies 
could be automatically implemented if data sets had characteristics identifying 
what sort of scientific study they represent. 
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Commissions were charged at the DDD inaugural 
meeting to define the metadata 

Metadata Catalogue

http://www.iucr.org/resources/data/dddwg/metadata-catalogue
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Metadata catalogue - detail



Metadata catalogue – more detail

Name of property Example Comments

Resource name CIF core dictionary

Resource URI ftp://ftp.iucr.org/pub/cif_core.dic Link to resource itself? 
Documentation?

Category standard Controlled vocabulary

Authority IUCr

Type ontology; dictionary Controlled vocabulary

Language CIF Controlled vocabulary

Schema DDL1 Controlled vocabulary

Schema URI ftp://ftp.iucr.org/pub/ddl_core.dic

Topics crystal structure; molecular 
structure; chemical structure; 
symmetry; …

Controlled vocabulary

Commissions Commission on Aperiodic Crystals; 
Commission on …

Controlled vocabulary for IUCr
Commissions. Other stakeholders?
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Metadata catalogue - populating

http://www.iucr.org/resources/data/dddwg/metadata-catalogue/add-item



Metadata catalogue - identification

• Should the web location refer to the 
machine-readable resource itself, or to 
a documentation / home page?

• Should there be separate entries for 
separate versions?



Metadata catalogue - stakeholders

• Very IUCr specific
• Remove from public form?
• Add other categories of stakeholder?



Metadata catalogue - category

• Only one allowed
• Additional categories?
• “Authority” can be relatively informal
• Should we require documentation for 

the authority?



Metadata catalogue – type and language

• Multiple “type” allowed
• Only one language / schema



Metadata catalogue – topics

• Multiple choice
• Community critique / suggestions 

especially welcomed


