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Agenda
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1. Data reduction 

2. Data analysis 

3. Generic resolution 

4. Data processing workflow

5. Notebook demos (parallel)

6. Scientific projects (parallel)



Data reduction with scipp
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SANS code in scipp/ess repository

•SANS core code in ess scipp repository

•Demonstrated on experimental data 
from SANS2D

•Previous version of code cleaned-up and  
improved 

•Improved python and notebook 
documentation

•Pair-programming with scipp team works 
very well

https://scipp.github.io/ess/instruments/loki/



Data reduction with scipp
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•Run locally and on VISA (remote desktop 
solution)

•Used extensively for debugging 

•(Easy) to set up batch scripts for files screening

•Preparing for final data reduction (few 
corrections needed before files can be fully 
reduced)

•Generated Nexus files can also be loaded to 
Mantid 

Scipp used at LOKI detector test



Data analysis with SasView
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SasView 5.0.5

§ Generic scattering calculator refactored

§ Build system moved to GitHub

§ Uncertainties for constrained parameters

§ New models added to marketplace

§ Bug fixes and documentation updates

External projects: Graphical representation of 
models (RISE), Polyhedral form factors (Saclay)

Multimodal analysis (developed mostly by ILL)

LINXS workshop on magnetic SANS, June 13-14

SasView Hackathon with introduction for new 
contributors, June 15-17

New release and external collaborations



Generic resolution
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Proof of concept in SasView: 

§ Small working group

§ Jupyter notebook available in SasView branch

§ Reading in arbitrary resolution function defined 
for each q point

§ Stored in temporary file format

§ Compared with Pinhole1D resolution kernel

§ Extensively discussed at CanSAS workshop in 
March 2021. Follow-up at SAS2022 

§ Potentially also interesting for reflectometry 
(ORSO data format working group)

Preliminary results and on-going discussion



Data processing workflows
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Making sure we can load, store process data 
from NICOS, scipp and SasView within ESS

GUI and command line interfaces

Special needs for Live Data Analysis considered

Integration with external databases (SASBDB). 
Workshop in May 12-13.

Collaboration with other  ESS groups (ECDC 
and DRAM) and external collaborators (NIST 
and ISIS)

Integration with data catalogues (scicat) and databases



Parallel session

2022-04-26



LINXS magnetic SANS workshop
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https://www.linxs.se/events/2022/6/13/linxs-workshop-magnetic-sans-data-analysis-and-software-prospects

• 2 day workshop

• The goal is to develop a series 
of prioritized items that the 
community would like to see 
added to SasView

• Identify people/resources who 
could help implement those 
priorities.



SasView hackathon
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https://indico.esss.lu.se/event/3009/

• 3 day event

• Hybrid format:
• in person in Lund 
• Online

• Follow-up to magnetic SANS 
workshop but with wider scope

• Introduction for new 
contributors



Scipp notebooks demonstration
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https://scipp.github.io/ess/instruments/loki/loki.html



SasView notebooks demonstration
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https://github.com/SasView/sasview/tree/generic_resolution



Determining structure of Hepatitis B virus
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Developed method for decomposing contrast 
variation data to basis spectra (protein and 
RNA)

Using cryo-electron microscopy data  to guide 
fitting in SasView (scripting)

Biological questions addressed: 

• Where is RNA located?

• How does it bind to the protein (extended vs 
compact)?

• How is overall capsid assembly affected by 
RNA?

In collaboration with LU and ISIS 

Capsid (structured)
Capsid (disordered)
RNA
EMPTY CORE



SasView notebooks demonstration
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Additional notebook from Hepatitis B virus project (optional) 


