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The ‘data’ cycle

Acquisition Workup

DisseminationReuse
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The ‘Pipeline’

1) Application for an allocation
2) Secure access to NCS Grid resources
3) Sample submission
4) Monitoring sample status
5) Data collection
6) HKL data download
7) Raw Data Archival
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NCS Grid Service

• Security policy 
and procedure

• Apply to use 
the Service

• Submit sample 
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2) Security
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2) Security
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3) Sample Submission
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4) Status monitoring

NCS CLIENT
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5) Data Collection

• Decision making
– Does the crystal diffract?
– Best parameters for unit cell determination?
– Can a unit cell be indexed and is it sensible?
– What are the best parameters for the data collection?

• Bruker-Nonius ‘COLLECT’ libraries linked in 
Python using tkinter

• Invoke ‘DENZO’ & ‘SCALEPACK’ externally 
through command line defaults 
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5) Data Collection
Automated experiment steering service: Architecture
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5) Data Collection
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5) Data Collection Monitoring
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5) Data Collection Monitoring
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6) Data Download
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7) Raw Data Archiving

Automated Scripting of Archiving Process
• End of processing – “archive” script
• Data staged to lab server – sits for 1 month
• Data uploaded to ATLAS Data Store
• Assigned unique NCS identifier
• Script available for automated de-archiving if 

reprocessing needed.


