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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




Three main components

— Software

— Data

— Compute

Simplification and automation
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— Excitations :
— Muon

« Diamond
— Macromolecular Crystallography
— Tomography

. Octopus
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Configuration Management

VM completed configured by Quattor

quattor

« Configuration Management
— Installs software
— Mounts network data sources

— Sets up desktop

Tomography



Configuration Management

 Crystallography

« Disordered Materials

« Excitations and Polarized Neutrons
. Large Scale Structures

« Molecular Spectroscopy

« Muons

e« 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)

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)
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Analysis Environments

Admin

Muon! ~

Host: vym560.nubes. stfc.ac.uk
Date created: 2017-08-22

Owner: Mr Frazer Barnsley

Excitations -

Host: vym568.nubes.stfc.ac.uk
Date created: 2017-10-13

Owner: Mr Frazer Barnsley

Lorum Ipsum Light Source | Privacy Policy | Cookie Policy | About Us

W 4 items Logout (Mr Frazer Barnsley)

Share Launch ~

Share Launch «



Create Analysis Environments

2 \ Excitations

This environment has been tailored for the analysis of in-elastic neutron scattering data from the ISIS
Excitations Group. It comes complete with Mantid, Matlab, Horace and MSlice as well as access to the ISIS

Experiment Archive.

Muon

This environment has be setup to test the MuSRFit software.




Create Analysis Environments

X-ray
Tomography

Macromolecular

Crystallography
(MX)

Tomography

This analysis environment has been setup to allow tomographic reconstruction and visualisation using the

SCARF cluster.

Macromolecular Crystallography

This analysis environment has been setup to allow macromolecular processing and visualisation using the

SCARF cluster.
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4 Matlab
B Data » ¥ MantidPlot
¥ MantidPlot Nightly
& Examples » B} Horace
@ utilities » B8 Horace Planner
& Run Program... & mslice

@ spplications W Journalviewer 00:05
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Eile Edit View Options Tools Musrit

Help LP
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1 AsymT 0.05052 0 ¢
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- 7 PhaseL 6.6 1
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musfit: 2015-01-05, 13:58:40, maxLH = 3971.6999999999998 , NDF = 4001 , maxLH/NDF = 0.992671
o) data/lem12_his_2466,T=12.00K,B=49.11G,E=5.57keV,Sample, V
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. MUSRO0064920. Log | 4 MUSROODE4921 . RAW |- 2 MUSROOO
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7673 1tems (2.1 GB), Free space: 9.9 TB

B [MuSRF1it Terminall MuSRF1t Terminal 17:38
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Data Management System

« Automatically move data to compute storage
« Compute storage acts as cache
« FUSE for control, GridFTP for transfer
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Virtual Machine Manager

GPU / CPUs / Memory
Locations - ISIS, SCD, commercial

Graphically intensive — move VM to user
Large data volumes — move VM to data
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Software Deployment Pipeline

Automated deployment of software

Quicker release of updates
Improve software development process

Software deployed to multiple systems
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CCP4

Bazaar

WM

Jenkins

Cloud
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CCP-EM

SVN

CVMFS

Cluster
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