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Visualise

Subtask from the PSI meeting:

• Development of methods to visualise results. 

– visualisation in Mantid

– external resources
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DFT-1

Subtask from the PSI meeting:

• Developing DFT methods as a predictive tool for muon sites, 
contact hyperfine fields and evaluating stability of candidate 
sites.

– Community requirements   Workshop→

– Implementation

– Partial implementation in ASE/Mantid
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Mantid Interface to 
MuESR

Usage Workflow

Picture courtesy of 
Thomas Perkins
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Mantid Interface to 
MuESR

Working proof of concept:

• Uses PyQT and threaded execution of heavy computation
• Exploits all availabel data from Mantid:

– Sample definition in WorkSpace for Lattice structure desription
– Output provided in TableWorkspace

To be implemented:

Flexibility to exploit most of the MuESR functionalitis
(example: average over field distribution in incommensurate orders, automatic addition 

of symmetry equivalent muon sites, ...)
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Mantid Interface
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Mantid Interface
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Mantid Interface
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Mantid Interface

Sample definition 
now available

Run as script
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Mantid Interface

Interactive Interface

Click to
populate
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Mantid Interface
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Mantid Interface

Run asynchronously
as many times as needed
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Mantid Interface

Results in TableWorkspace
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