
Minutes

Meeting title CCP4 Working Group 2 meeting (chaired by Jon Agirre, University of York)

Date Tuesday 16th of May 2023 Time  10.00 – 12.00

Location Virtual only Zoom yes

Circulation ccp4wg2@stfc.ac.uk

Attending

online

Arnaud Basle, Robbie Joosten, Marcin Wojdyr, Paul Emsley, Maria Fando, Daren Fearon,
Mark Roe, Petr Kolenko, Ronan Keegan, Gabor Bunkoczi, Garib Murshudov, Gustavo
Lima, Oliver Smart, Lucrezia Catapano, Jon Agirre, Michail Isupov, Sameer Velankar, Peter
Moody, Luiso Fuentes-Montero, Ivo Tews, Antony Oliver, Rob Nicholls, Airlie McCoy, Ed
Lowe, Keitaro Yamashita, Ibrahim Roshan, Paul Bond, Dan Rigden, Andy Purkiss, Deborah
Harrus, David Waterman, Alan Roseman, Clemens Vornhein, Ivan Campeotto, Dave
Briggs, Martyn Winn, Roberto Steiner, Marcin Wodjdyr, Paul Rowland, Briony Yorke, Ben
Bax, Hannah Kwon, Pietro Roversi, Filo Sanchez Rodriguez, Charles Ballard, Stuart
McNicholas, Ville Uski, Jonathan Grimes, Martin Mâly.

Apologies from Nick Pearce, Dave Brown

10.00 Welcome

10.05 Chair's update

● Minutes from previous meeting were approved

● CCP4 general citation article

The paper is now ready to go out, DOI is 10.1107/S2059798323003595

● CCP4 SW 2023 (special issue)

JA and DW report. DW expect 19 papers (JA: this is pretty good)

● CCP4 SW 2024: Choosing tools, predictions and pipelines - automated and manual

macromolecular crystallography.

Organisers: Clemens Vonrhein, Helen Ginn, Nicholas Pearce.

JA reporting.

● CCP4/BCA Summer School (York).

JA reporting. School moved earlier in late August because teaching in York takes

place earlier in September. Clashes with ECM, IUCr and everything else, but now it

cannot be avoided if organising it at a uni that does semesters.

● Sponsored meetings (South-western, Northern).

JA Nottingham this year. In November. Organised by Ivan Campeotto.

Ivo reports on Southwestern. No longer be able to be free from students. 25k cost

with 8.5k contribution from CCP4. Possibility to have a computer room on the 11th

of July (anyone would like to demo something? Get in touch with Ivo directly).

Meeting is on the 10th of July.

10.15 Servalcat, Monomer Library updates (Keitaro Yamashita, MRC-LMB Cambridge)

JA introduction.
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KY - Paper published from SW2022. Started as a Refmac5 pipeline for cryoEM. Now it has its

own refinement engine. Overcome refmac5 limitations using GEMMI and in the future

replace refmac5 with Servalcat. GEMMI-fied refmac5 = Refmacat: MAKECIF replaced with

GEMMI - use refmacat instead of refmac5 and same keywords.

New mechanism for updating and releasing the monomer library: this is now available on

Github (https://github.com/MonomerLibrary/monomers); as the master branch is protected

from pushes (just like most projects), pull requests should be used – the team will then

review updates requested and integrate changes as required.

New feature in monomer library: introduced Alias mechanism to use standard atoms names.

Refmacat is faster, gzipped files used, extended PDB used, monomer alias, complicated

alternative locations supported. Progress on refinement program reported. Summary and

Acknowledgements.

Questions:

JA comparison in terms of speed between Servalcal and refmac5?

KY: you can try but the refinement is the same. Preparation part is fast.

BB: Can sodium ions be restrained and changed?

KY: they are restrained using ener_lib.cif data if LINK header is

there or "make link y" is given. From the next version it will use

metals.json data. To change the ideal value, a link dictionary needs

to be given.

10.35 Grade 2 and the Grade web server (Oliver Smart, Global Phasing Ltd.)

OS: Grade paper to come but maybe late. Grade was 2010 from GPL. Issues:

misidentification of planes. Bond orders for ligands sometimes messed up. Occasional

chiral error from SMILES. Grade2 uses the ideas from Grade but none of the code. RDKit

and CDS python API. First released in 2021. Much faster. Included with Buster.

Documentation available online. Different plane sigmas are implemented to account for

different situations. Grade web server public in 2012. Major update in 2022.

OS gives a demo.

Grade2 gives logging warnings. Match the InChiKey: it is a very useful identifier.

Acknowledgements.

Questions:

PE about neutron distances.

OS yes same standard used.

PE: What takes the time?
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OS: Mogul does.

PE: Does the user choose plane models?

OS: Yes they do.

RN: Lack of chirality in smiles?

OS: yes set as a warning.

10.55 Updated pipeline for small molecule data processing at PDBe (Ibrahim Roshan, PDBe

team, Cambridge)

IR: Introduction to PDB. Pipelines: pdb-chem, pdbe-interactions, pdbe-relic. Process CCD

information. Enrich CCD data with pdbeccutils. Updates: GEMMI used for mmCIF parsing.

RDKit, bm_reader: bound molecule identification and InChiKey generation. Examples

given.

Pdbe-interactions pipeline presented (GEMMI, Openbabel 3.0, remove alternative

conformers, pip installable). Next planned to do PDB-wide interaction analysis and aggregate

views of ligands. Acknowledgment.

11.15 Discussion: the future of refinement in CCP4 (Keitaro Yamashita, MRC-LMB Cambridge)

JA: monomer library had a few changes, as outlined by Keitaro.

KY leads discussion. Metal-ligand distance restraints clarified.

AB: occupancies. It is there but the interface to the user needs to be improved. JA will take

it to an i2 meeting.

11.30 DUI2 demo (Luis Fuentes-Montero, Diamond Light Source)

https://github.com/ccp4/DUI2

LFM: Server running in Mexico. Client running on laptop, which Luiso says is a Chromebook

type lightweight machine.

Live demo given.

AB: What runs what? All run on server besides reciprocal lattice viewer. Should work under

windows as well.

Import_serial (Martin Maly, University of Southampton)

MM: introduction to serial MX. Presentation of the I2 task. Technical aspects for developers:

cs be installed no dependencies. Not distributed yet with CCP4.

11.55 Any other business

Zoom Chat (reads comic book style):
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