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Remembering Raimond Ravelli (1968-2023

Néron

View of the Néron from the Esclangon Bridge, to the
south, crossing the Drac between Grenoble and
Fontaine.

Solar eclipse of August 11, 1999

https://www.embl.org/about/info/alumni/community/obituaries/raimond-ravelli/
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The Rosalind MRC & Mary'L
Franklin International mou
Institute for functional gen:

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

e 33 operational beamlines

* First scientific users from 2007




Diamond Beamlines and Science Groups
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Large data generating MX beamlines

* 104-1 (XCHEM)
e |04 (micro, UDC)
e 103 (UDC)

* |24 (micro, SSX)
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EXECUTIVE OFFICE OF THE PRESIDENT
OFFICE OF SCIENCE AND TECHNOLOGY POLICY
WASHINGTON, D.C. 20502

August 25, 2022
MEMORANDUM FOR THE HEADS OF EXECUTIVE DEPARTMENTS AND AGENCIES

ff
FROM: Dr. Alondra Nelson ~ ﬁ[)““J““”“ dsin—
Deputy Assistant to the President and Deputy Director for Science and Society
Performing the Duties of Director
Office of Science and Technology Policy (OSTP)

SUBJECT:  Ensuring Free, Immediate, and Equitable Access to Federally Funded Research

This memorandum provides policy guidance to federal agencies with research and development
expenditures on updating their public access policies. In accordance with this memorandum,
OSTP recommends that federal agencies, to the extent consistent with applicable law:

1. Update their public access policies as soon as possible, and no later than December 31*,
2025, to make publications and their supporting data resulting from federally funded
research publicly accessible without an embargo on their free and public release;

2. Establish transparent procedures that ensure scientific and research integrity is
maintained in public access policies; and,

3. Coordinate with OSTP to ensure equitable delivery of federally funded research results
and data.
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Data storage

Spinning disk \é ”

/SSD ,\; % ﬂ ﬁ/‘

Long term
storage (Tape)

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

- diamond
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Gold Standard for macromolecular crystallography diffraction data

Herbert J. Bernstein,?*() Andreas Forster,?”) Asmit Bhowmick,© Aaron S. Brewster,“>) Sandor Brockhauser,%¢f{) Luca Gelisio, 9" David R. Hall," Filip Leonarski,’
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Multi-crystal cubic insulin example data set August 4 2023
recorded on i24

Crystal structures of SARS-CoV-2 main

Data collector(s)

protease screened against COVID Moonshot

Researcher(s)

compounds by X-ray Crystallography at the

Data collected as part of routine commissioning on Diamond Light Source beamline i24 15th August 2022 with samples ol R .
prepared by Felicity Bertram at Diamond following standard techniques. Data are individually incomplete but combined X C h e m fa C | 't Of D a m O d L h't SO u C e
make for a reasonably complete and reasonable data set. I I I n I r

Fearon, D.; (& Aimon, A.; (® Aschenbrenner, J.C.; (® Balcomb, B.H.; Barker, |.A_; ® Bertram, FK.R.; (® Brandao-Neto, J.;

Purr]pose/;)f t:e;ﬁata u/pload is to mak/eddz?ta ava'\lallalz)a':ortutoriz\s using thelD:j\L? toc::chain (see e.ghexa:np\es Dias, A.; Douangama‘[h, A Dunnett, L. GOdOy, AS; Gorrie-Stone, T.J.; Koekemoer, L; KrOjer, T: Lithgo,
at https://github.com/graeme-winter/dials_tutorials) however data are available for all purposes without limitation. . . . . .
RM.; (® Lukacik, P; @ Marples, P. G,; ® Mikolajek, H.; @ Nelson, E.; (® Nidamarthi, K.H.V; ® Owen, C. D; (® Powell, A.J;;
Files (6.5 GB) v Rangel, V. L,; ® Skyner, R,; (& Strain-Damerell, C.M.; (® Thompson, W.; & Tomlinson, C. W. E.; (® Wild, C.; ® Walsh, M.A;;
) von Delft, F.
Name Size
Ins11_b200.1.nxs 557 kB F— Bulk repositiory of structures of SARS-CoV-2 main protease in complex with COVID Moonshot inhibtor compounds
md5:6780fcealab5d3ee1d30c032¢ce1e7278 @ Files (81 48 MB) >
ins11_b200_1_000001.h5 184.4 MB & Download
md5:1627e485b09717c¢f3767608adab604ctb @ htt _//
ps://zenodo.org/record/8214528
ins11_b200_1_master.h5 55.7 kB & Download

md5:6780fcealab5d3ee1d30c032ce1e7278 @

https://zenodo.org/record/7085897
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https://zenodo.org/record/7085897

Training

* dagewa Tweaks from working through (#13) @D b15e5e0 - 9 months ago L) History

Code Blame 403 lines (278 loc) - 30.6 KB Raw Ll;l Y, =

Processing in Detail (Diamond | CCP4 2022)

Introduction

DIALS processing may be performed by either running the individual tools (spot finding, indexing,
refinement, integration, symmetry, scaling, exporting to MTZ) or you can run xia2 , which makes
informed choices for you at each stage. In this tutorial we will run through each of the steps in turn,
taking a look at the output as we go. We will also look at enforcing the correct lattice symmetry.

The aim of this tutorial is to introduce you to the tools, not teach about data processing - it is
assumed you have some idea of the overall process from e.g. associated lectures. With the graphical
tools, | am not making so much effort to explain the options as simply "playing" will give you a chance
to learn your way around and also find the settings which work for you. Particularly with looking at

diffraction images, the "best" settings are very personal.

https://qithub.com/graeme-winter/dials tutorials/blob/main/insulin/processing in detail.md
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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

diamond



Acta Crystallogr D Biol Crystallogr. 2014 Oct 1; 70(Pt 10): 2510-2519. PMCID: PMC4187999
Published online 2014 Sep 30. doi: 10.1107/S1399004714016174 PMID: 25286837

Operation of the Australian Store.Synchrotron for macromolecular crystallography

Grischa R. Meyer,? David Aragéo,? Nathan J. Mudie,® Tom T. Caradoc-Davies,® Sheena McGowan,® Philip J. Bertling,?
David Groenewegen,® Stevan M. Quenette,? Charles S. Bond,® Ashley M. Buckle,® and Steve Androulakis®”

» Author information » Article notes » Copyright and License information PMC Disclaimer

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

diamond
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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 104
beamline and MX in general?

Calculate how many datasets of the same protein are required before a structure is
deposited for that structure

|dentify (prototyping on 104 beamline) datasets that have been solved prior to the dataset
used in the PDB deposition

Improve our Unattended Data collections recipes and strategies

Vivian Li

Elliot Nelson
Richard Gildea
Ralf Flaig
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Inflated from intentional % contaminants overall: 4948/715874 (0.69%)
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Distribution of contaminant proteins in full data collections from MX beamlines

(103, 104, 104-1, 124) 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 diamond
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