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Overview 

• Continued deployment of autoPROC+STARANISO at 
synchrotrons 

• Production of XML output to save anisotropic statistics in 
ISPyB 

• In-lining of all plots and tables in summary.html to allow 
viewing through Web-based interfaces to ISPyB 

• Dealing with rapid changes in the format of Eiger images 
produced by the DLS I04 beamline 

• Throughout: participation in all ISPyB-DEV VCs 
• Organising the workshop on Data Quality Metrics that was 

proposed at the end of the auto-processing session at the 
ELETTRA meeting. 



STARANISO 

Tickle, I.J., Flensburg, C., Keller, P., Paciorek, W., Sharff, A., 

Vonrhein, C., Bricogne, G. (2018). STARANISO. Cambridge, United 

Kingdom: Global Phasing Ltd. 

main STARANISO server:              staraniso.globalphasing.org 

analyse deposited PDB datasets:  staraniso.globalphasing.org/cgi-bin/PDBpeep.cgi 

Remember: anisotropy means “not isotropic” (an ellipsoid is only a useful 

approximation to simplify description of actual anisotropy). 
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3D WebGL visualisation in STARANISO 
  

 http://staraniso.globalphasing.org/cgi-bin/PDBpeep.cgi                  http://staraniso.globalphasing.org/ 
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autoPROC: STARANISO plots 
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STARANISO within autoPROC – 2D plots 



Breaking the mould 
• Somehow autoPROC+STARANISO is “disruptive”! 

– Pro: the coolest thing to be nowadays ;-) 
– Con: difficulties with the Procrustean bed of current 

archiving/deposition software and of pervasive thinking habits 
and practices caused by quantities such as resolution cut-off and 
completeness being thought of as single-valued, while they 
necessarily become multi-valued when anisotropy is present 

• The extra statistics produced by the STARANISO analysis 
have to be not just archived but also presented and made 
available for decision-making. 

• Beyond statistics, the 3D picture of the distribution of 
signal/noise produced by the STARANISO server is very 
information-rich and has been promoted by Bernhard Rupp 
as tomorrow’s (why not today’s?) replacement for Table I 
(see https://lnkd.in/etSFFAZ) 

https://lnkd.in/etSFFAZ
https://lnkd.in/etSFFAZ




Figure 1  
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Hic et nunc: what do we do about Table 1? 



Table 1? What about ISPyB first? 

• The new statistics produced by STARANISO within autoPROC 
have the potential of better characterising dataset quality, 
but effort is needed to get them accepted and 
accommodated by synchrotron data management software 

• Next: same thing with the PDB! 

• The experience of our “power users” in evaluating the 
usefulness of these statistics and of metrics based on them 
will be critical in enabling us to overcome the obstacles 
involved: there must be more direct communication with 
them. 

• Our outlook: these metrics will be used to plan and supervise 
better data collection experiments. 



The purpose of this workshop is to carry out a comprehensive review of the current practices for 
selecting and displaying a variety of data quality metrics pertaining to the results output by 
pipelines deployed at various synchrotrons for the auto-processing of diffraction images. 
 
The intended tone of the workshop is to be constructively iconoclastic. It will look beyond the 
present state of affairs and seek to identify a small number of coordinated action points 
between different groups of protagonists to reduce latency in the process of translating new 
scientific insights into improved user-facing practical procedures for quality assessment, 
visualisation, validation and archiving. 
 
For this purpose, the workshop will bring together (1) active processing software and data 
analysis specialists; (2) programmers involved in developing and operating auto-processing 
pipelines as well as databases of experiments and results (e.g ISPyB) and interfaces for 
presenting summaries of those results to users (e.g. EXI, SynchWeb); (3) experienced "power 
users" (e.g. from the pharma industry) who are among the main consumers of this information; 
and finally (4) deposition and archiving developers from the PDB(e). 

Workshop on Data Quality Metrics 
ESRF, April 9-11, lunchtime to lunchtime 



In the meantime have fun with … 



PDBpeep view of 4gca (0.9Å) data 

A cusp spoiling what is otherwise a classical  high-resolution dataset. 
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