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Experiment Life Cycle



Aims

 Improving the scientific output of the facilities
– Decrease time to publication

– Increase experiment to publication conversion rate

 Simplify the deployment of new workflows

 Simplify the development of new innovations

 Simplify data analysis process for users and developers



DAaaS

 Three main components

– Software

– Data

– Compute

 Simplification and automation



Who
 ISIS

– Excitations

– Muon

 Diamond

– Macromolecular Crystallography

– Tomography

 Octopus



Configuration Management

• VM completed configured by Quattor  

• Configuration Management

– Installs software 

– Mounts network data sources

– Sets up desktop



 Crystallography

 Disordered Materials  

 Excitations and Polarized Neutrons  

 Large Scale Structures  

 Molecular Spectroscopy  

 Muons

 MX

 Surfaces and Interfaces

 Spectroscopy

 Engineering and Environment

 Materials

 Soft Condensed Matter

Configuration Management



 Small Angle Scattering (SANS)

 Neutron Diffraction

 Reflectometry

 Neutron spectroscopy

 Muon spectroscopy

 Chip Irradiation

 Neutron Imaging

 Macromolecular Crystallography (MX)

 Fragment Screening

 X-ray Diffraction

 Residual Stress Strain Mapping

 X-ray Pair Distribution

 Small Molecule X-ray Crystallography

 Small Angle X-ray Scattering (SAXS)

Configuration Management

 Protien SASX (BioSAXS)

 X-ray Absorption Spectroscopy (XAS)

 Scanning X-ray Microscopy (SXM)

 X-ray Potoelectric Spectroscopy (XPS)

 Infrared SPectroscopy

 UV and Visible Circular Dichroism

 X-ray Magentic Circular Dichroism

 ARPES

 Cryo Electron Microscopy (eBIC)

 X-ray Tomography

 X-ray Imaging

 High Resolution TEM (ePSIC)



Now















Future



Data Management System
• Automatically move data to compute storage

• Compute storage acts as cache

• FUSE for control, GridFTP for transfer



Virtual Machine Manager

• GPU / CPUs / Memory

• Locations - ISIS, SCD, commercial

• Graphically intensive – move VM to user

• Large data volumes – move VM to data



Software Deployment Pipeline
• Automated deployment of software

• Quicker release of updates

• Improve software development process

• Software deployed to multiple systems
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