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Current Situation – Data Management 

“Data from experiments conducted as recently as six months ago 
might be suddenly deemed important, but those researchers may 
never find those numbers – or if they did might not know what those 
numbers meant”

“Lost in some research assistant’s computer, the data are often 
irretrievable or an undecipherable string of digits”

“To vet experiments, correct errors, or find new breakthroughs, 
scientists desperately need better ways to store and retrieve 
research data”

“Data from Big Science is … easier to handle, understand and 
archive. Small Science is horribly heterogeneous and far more vast. 
In time Small Science will generate 2-3 times more data than Big 
Science.”
‘Lost in a Sea of Science Data’ S.Carlson, The Chronicle of Higher Education (23/06/2006)
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Current Situation - Data Deluge
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Separating Data from Interpretations
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Laboratory Data Management and 
Archive



The eCrystals Public Data Archive

http://ecrystals.chem.soton.ac.uk
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Metadata standards: Dublin Core

About 15 core 
elements



Metadata Publication

ecrystals.chem.soton.ac.uk/perl/oai2



Metadata Publication
• Using simple Dublin Core 

• Crystal structure
• Title (Systematic IUPAC Name)
• Authors
• Affiliation
• Creation Date

• Additional chemical information through Qualified Dublin Core
• Empirical formula
• International Chemical Identifier (InChI)
• Compound Class & Keywords

• Specifies which ‘datasets’ are present in an entry

• DOI http://dx.doi.org/10.1594/ecrystals.chem.soton.ac.uk/145

• Rights & Citation http://ecrystals.chem.soton.ac.uk/rights.html

• Application Profile http://www.ukoln.ac.uk/projects/ebank-uk/schemas/



The New World? Describing and 
Exchanging Experimental Processes
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Why do we need metadata for 
crystallographic raw data?

1. Preservation and curation.                                   
Description of file types, software (versions).

2. Collaboration and service provision.                            
What level of metadata is necessary (if any)?   

3. Discovery.                                                      
Is eCrystals level sufficient?  

4. Validation and reuse.                                           
Description of synthesis, sample preparation, data 
collection process, file types, processing software and 
methodology.                        



Changing Times!

• eCrystals Federation requirements capture (report Jun 2007)

• Robust software & transition to ePrints3 (Summer 2007)

• Capability for ‘site configuration’ as defined by laboratory 
working practices (Current)

• Roll out to other laboratories (Summer 2007)

• Collaboration with Sun to link eCrystals to terabyte store for 
archival and access to raw data (Summer 2007)

• Improve linkage between repository and:

• desktop / 

• data management systems 

• workflow enactors  


