Minutes of WG2 meeting at RCaH 17/03/2010
Present:

Eleanor Dodson - York

Phil Evans - MRC LMB
Alun Ashton - Diamond
Ronan Keegan - CCP4 RAL

Eugene Krissinel - CCP4 RAL

Martyn Winn - CCP4 DL

Frank von Delft - SGC Oxford
Paul Emsley - Oxford
Roberto Steiner - KCL
George Pelios - CCP4 RAL

Natalie Zhao - CCP4 RAL

Karen McLusky - Glasgow
Andrew Purkiss-Trew - CRUK
K S Sidhu - Leicester
Jan White - Sheffield
Keith Wilson - York

Apologies: Kevin Cowtan, Lindsay Sawyer, Rasmus Fogh, Harry Powell, Arwen Pearson, Liz Potterton
1. Minutes of meeting of June 2009

Agreed.
2. Update on suite - Charles

6.1.3 released in stages between Dec 09 and Feb 10. There had been some problems with iMosflm versions. XIA2 has been temporarily removed because it requires an updated cctbx. Some broken links on the downloads pages were noted. ACTION: core team
Next release will have Buccaneer 1.3, which requires an updated version of the Clipper library. These will be the only changes in 6.1.13. This is an example of modular release - updating one component can be done much quicker than including all available patches/updates.
Possible additional release (6.1.23) with updated Phaser / cctbx.

For 6.2, aiming for major rearrangement of the suite directory structure, partly to allow a libs-only distribution. Also to make it conform to Linux conventions. This is to encourage use of CCP4 libraries rather than gpp4. For example, Bill Scott uses gpp4 and Paul will try to persuade him to switch to CCP4. ACTION: Paul. Charles has a first draft of the rearranged suite prepared, separate from the current suite.
Extra functionality for 6.2: new Oasis (requires some Solve s/r, hence licensing issues), new Rasmol, new R500, Xanadu. Possibly released towards the end of 2010. 
Discussion of maintenance of current GUI ccp4i. Lack of available effort, although some fixes are being done as part of helpdesk. Minor tasks that need attention: R500 interface available, generation of anomalous maps, etc. 
Ronan is looking at an rsync-based update mechanism. Stuart/Charles are looking at MG-like mechanism where it does runtime check for later versions. One of these mechanisms may go into 6.2. For rsync, there is the issue of knowing what version of programs and (multiple) libraries have been used in a run. A first version may not address this fully, but in any case these update mechanisms will be optional.
3. Study Weekend 2011

Topic will be Model Building, Refinement and Validation. This fits into the previous cycle of topics. Phil has asked Roberto Steiner to be an organiser, who accepted. Roberto had a suggestion for a co-organiser from the US. The meeting agreed there is no problem having a co-organiser from the U.S. Probably no need for a 3rd organiser. 
Roberto wants to return to a traditional SW format. There was the usual plea for introductory talks. The topic will include ligand parameterisation and fitting. 
The SW is booked for Jan 5/6/7 in Warwick. 

The proceedings tend to appear in January of the following year. The rationale is to maximise citations, and was requested by Acta Cryst. The downside is that the papers may be out-of-date by the time they appear. The issue of Acta Cryst D is open access, and individual articles can appear online before then. For this year, Keith will chase authors, but with refereeing it will still be next January. Should we change it for the following year? Realistically it will be Sept at the earliest, in which case it may as well be January. Decision: stick to current system. 
4. Introduction to new group
The CCP4 core team have moved to Harwell. They are currently in Diamond House, and will soon move into new offices in the Research Complex. Only Charles and Ronan of the old group moved. Georgios Pelios and Natalie Zhao were recruited in October 2009, and Eugene Krissinel took over as group leader in late December 2009. Eugene introduced the new people to the meeting.

Norman Stein left the group in December 2009, and a replacement is being sought.

5. Core group activities

Releases, grant related activities, DIMPLE (see below), helpdesk, bug fixing, workshops. There has already been one workshop in New Delhi (Feb 2010).
There are a number of projects in a latent state, for want of available staff time: MrBUMP, HAPPy, PISA, ctruncate.

New projects in planning: new distribution system with autoupdates, extended testing with Buildbot, CCP4 on-line studio. There was some discussion of the latter. It would include structure analysis tools. Is this necessary, given the effort required? Roberto suggests good quality picture generation as a way in for users. Eleanor questioned whether there was any overlap of the testing project with Raj's new post. The buildbot project is more to do with testing the robustness of the complete suite, whereas Raj's project will look more at the scientific results of certain programs and pipelines.
6. Plans for ligand support in CCP4

Most ligand data is kept in the Refmac dictionary, and used by Refmac and Coot. In fact, the version of the Refmac dictionary distributed with Coot is slightly different. It enforces side chain atom naming (Cδ1 vs Cδ2) by adding chirality. This is necessary to use the rotamer libraries, and involved changes to the Coot version. One alternative solution is for Coot to silently rename atoms on input to fix nomenclature errors. Paul will implement a solution for 0.7. ACTION: Paul. Neither dictionary uses PDB v3 H naming. Phenix uses Refmac dictionary, and fixes H names on the fly. Hence files from Molprobity (reduce) fail in Coot. 
Coot uses structures from sbase (EBI) and prodrg. Sbase can be used to import an appropriate structure. Prodrgify (new in Extensions) will create a dictionary from the included structure. 
JLigand can be used to interface to libcheck, to create new dictionary files.

Sbase has good search facilities, but data is EBI's and it doesn't provide restraint information. Sbase has C++ API used by Coot, but not suitable for Refmac. Eleanor suggests that high accuracy atomic coordinates should be stored, and restraints generated on the fly. This would probably require hydrogens to be included. Planar restraints may not be obvious. Dave Brown uses Carina. We should talk to industrials to learn how they do it. 
Eugene proposed a specialised data structure SRS (storage, retrieval and searches) with an API for Coot and QLigand (Qt-based replacement for JLigand being developed by Natalie). mmCIF files could be downloaded for Refmac. Data could be imported from Sbase and other sources. Paul suggests that MG should be included, as they were an early user of sbase. This system would in principle replace JLigand. 
Writing LINK / LINKR records is down to applications (Refmac, Coot). But Coot won't read LINKR records, so has no information on restraints associated with a link. Coot won't read it, because it is not a proper PDB record. Eugene offers to make MMDB read LINKR, which Coot can then use. ACTION: Eugene, Paul. 
Phenix uses a semi-empirical quantum chemistry method (AM1) for optimising structures. This uses an old Fortran program, that Nigel Moriarty was familiar with. This may be an alternative to Prodrg classical minimisation. 
7. Dimple

Dimple processes protein-ligand complexes, where the apo protein is known, taking it as far as a difference map. It assumes the complex is isomorphous to the apo protein, and just does rigid body refinement. Paul suggests it needs to identify automatically when MR is necessary. 

This is a collaboration between CCP4 and Diamond. We will re-implement an existing pipeline using the EDNA framework. We will obtain the pipeline for CCP4, and may or may not use the framework more generally. Diamond want to use the EDNA version on the beamlines after XIA2/CHEF.
Experience so far with EDNA is that it probably does what we want. There is a lack of documentation, and that has delayed progress. 

8. AOB

Next meeting should be in June/July for Roberto to update on the Study Weekend. Suggest one of 22nd/23rd/24th June, but this depends on Roberto's availability. 
On the location: Oxford is considered more convenient than Harwell, if we can find a room and an organiser. But parking in Oxford is very difficult. In any case, June's meeting will be in York. 
