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Remembering Raimond Ravelli (1968-2023)

https://www.embl.org/about/info/alumni/community/obituaries/raimond-ravelli/ 

https://www.embl.org/about/info/alumni/community/obituaries/raimond-ravelli/


Harwell Campus

• The UK’s national synchrotron 
facility, open from 2007 to 
researchers in universities and 
industry, and co-owned and 
funded by the UK government 
through STFC and the Wellcome 
Trust (86:14 ratio).

• A total of 12,000 registered users, 
and more than 100 companies 
paying for proprietary use.

•  33 operational beamlines

• First scientific users from 2007
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Diamond Beamlines and Science Groups 



Large data generating MX beamlines
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Zenodo example



Data storage

Spinning disk 
/ SSD

Long term 
storage (Tape)

• What do we need to analyse data later?
• What do need to find useful data?



 

https://doi.org/10.1107/S2052252520008672



 

https://zenodo.org/record/8214528

https://zenodo.org/record/7085897

https://zenodo.org/record/7085897


Training
 

https://github.com/graeme-winter/dials_tutorials/blob/main/insulin/processing_in_detail.md



Current DLS situation

- DLS has changed its policy from April 2019 
- Academic funded data collected thereafter would be made public from March 2022
- Data owners being told 6 months in advance of such
- DLS has not yet released any data but still has the intention to do it
- Data prior to April 2019, DLS has not yet deleted any data, but such data would be only 

available at the explicitly request of the data owner



Zenodo example

https://www.ncbi.nlm.nih.gov/pmc/articles/PMC4187999/ 

- How useful would be to have that raw data available?
- 2021 submitted 3 Months summer student project to investigate this
- Student started worked June to September 2022

https://www.ncbi.nlm.nih.gov/pmc/articles/PMC4187999/


Can we investigate DLS data and see usefulness?

- Are our instruments getting better?
- Are we collecting more but also efficiently ?
- How many collections until the publishable final dataset ?
- What is the phasing vs MR trends?
- Can it inform where we should direct software and hardware development on our I04 

beamline and MX in general?
- Calculate how many datasets of the same protein are required before a structure is 

deposited for that structure
- Identify (prototyping on I04 beamline) datasets that have been solved prior to the dataset 

used in the PDB deposition
- Improve our Unattended Data collections recipes and strategies
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Differences between information in PDB and Data on Tape

January 1st, 2010, to 
December 31st, 2020

9,637 PDB depositions
87.87% matched

Correctly labelled 
depositions

Mislabelled depositions

Beamline from Raw data

Do this 
mistakes 
matter?



Full data collections collected and deposited over time

Fragment screen campaign 
I03 and I04-1

Initial drop from COVID

Decline from recency bias 
(data was not deposited yet)



Proportion of full data collections 
matching with a contaminant

Inflated from intentional 

collections 

Distribution of contaminant proteins in full data collections from MX beamlines

(I03, I04, I04-1, I24) collected between January 1, 2010, and January 1, 2022.

Full names from left to right are Thermolysin, Cationic trypsin, Genome polyprotein, Chloramphenicol acetyltransferase, 

Enteropeptidase, Putative heme-binding protein VNG_2021C, Serine endoprotease DegS, Ferric uptake regulation protein, and 
Prothrombin 



High resolution limit over time with mean and best fit line
(truncated to 6 Å from 14)
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