Minutes of WG2 meeting at York 24/06/2010
Present:

Eleanor Dodson - York

Phil Evans - MRC LMB
Ronan Keegan - CCP4 RAL

Eugene Krissinel - CCP4 RAL

Martyn Winn - CCP4 DL

Frank von Delft - SGC Oxford
Roberto Steiner - KCL
Karen McLusky - Glasgow
Andrew Purkiss-Trew - CRUK
Jan White - Sheffield
Chris Morris - DL

Ed Daniels - DL

Andrey Lebedev - York

David Robinson - Dundee
James Raftery - Manchester
Kevin Cowtan - York

Garib Murshudov - York

Apologies: Keith Wilson, Arwen Pearsen, Lindsay Sawyer, Khushwant Sidhu
1. Minutes of meeting of March 2010
These were agreed.
The issue of recruitment to the core team was discussed. There is an edict from the PM to freeze recruitment which applies to Research Councils, but not to universities. It is not yet clear how long this will last, or how strict it is. 

The issue of LINK vs LINKR records in PDB files was raised again. The latest version of Refmac outputs "LINK" records, which are in fact the same as the previous (non-standard) LINKR records. Meanwhile, Eugene has updated MMDB to input both LINK and LINKR records, and this has been passed to Paul for Coot. The change to Refmac is therefore no help, and should be reverted. Action: Garib.
2. Study Weekend 2011

The topic will be Model Building, Refinement and Validation. This fits into the previous cycle of topics. At the previous WG2 meeting, Roberto Steiner had agreed to be an organiser. He in turn has asked Bernhard Rupp to co-organise, who has agreed. Bernhard will give an introductory talk, using examples from his book.
Roberto wants to return to a traditional SW format. He has taken a plan of time slots from the Low Resolution meeting. His plan is to mix refinement, model building and validation together, rather than have separate sessions.
Roberto presented draft programme, with about 60-70% speakers confirmed. Talks covering selected examples will be invited nearer the time.
Phil suggested to emphasise CCP4 plans in this area such as JLigand, Prodrg and extensions to Coot. Frank suggested a talk covering practical advice for dealing with ligands, using existing tools. Problem areas include metals, covalently-bonded ligands, sugars, etc. In general, the SW will cover two broad areas: ligands and dealing with low resolution and/or poor density. The latter includes topics such as use of secondary structure restraints, and building loops into weak density.
A final programme will be sent round by email before term starts. Action: Roberto.

The SW is booked for Jan 5/6/7 in Warwick. Martyn passed on a report from Shirley on domestic arrangements. The meeting will be based around 3 buildings all close together. All accommodation is on site as well.
Jan reported that it can be hard claiming the full registration fee. It was requested that the receipt includes an itemisation, listing registration and food separately. We cannot actually charge separately because of the need to then police the refreshments.

Lunchtime bytes will take place in rooms above the lunch venue (it is one large room which can be partitioned). It was rushed last time due to the main session over-running, and slow catering. Roberto will implement a cow-bell to stop the sessions over-running. There were many pieces of advice for the catering staff. Two byte sessions back to back in the same room also didn't work last year, because there was no clean changeover. Suggest one session per location. Last year's feedback forms requested more time for the lunchtime bytes. The lunch time is scheduled for 1.5 hours, and it was decided not to extend this as it would impact on the main meeting. 
Tea-time bytes were suggested but rejected. There was also no desire for posters.
3. Update on suite - Ronan

6.1.13 was released in late May 2010. The Clipper library was updated to version 2.1 and Buccaneer to 1.4. Ipmosflm was updated to 7.0.6. Charles has updated the way in which the Mac distribution is installed.

The next release will be 6.1.24, which will include Refmac 5.5.0110, Pointless 1.5.4, and new versions of  MrBUMP, cctbx and mmdb. Refmac 5.6 is not planned to be included because of problems with the Windows port. It will be included in 6.2.

Martyn had introduced a flag in the MTZ file to indicate the level of knowledge of the spacegroup, but this was not included in the patch release branch (i.e. it was not included in 6.1.13). Kevin posted further changes to the MTZ file to the ccp4-dev mailing list, allowing for column grouping, unknown header records and an XML block. These changes do not provide extra functionality now, but are necessary preparation for future functionality. It was agreed that these should be included in the next patch release, so that developers could start to use them. 

The core team are looking at an automatic updates mechanism. They investigated rsync/zsync but decided that neither was appropriate. Instead, they are looking at using CVS/SVN to keep track of changes, and to generate an update tarball. For any of these methods, there is a need to cope with local changes, such as to modules.def. Kevin had previously suggested a solution. The core team are aiming to release a version for testing in 6.2, and to make it officially available in 7.0. It will include a roll-back mechanism. Updates will be on request rather than in the background, and could depend on the user having write permission to the installation area.
Charles is currently refactoring the archive. The Windows build remains a problem, because of the dependency on Visual Studio which is hard to automate. As possible alternatives, Bernhard uses MinGW, while Harry cross-compiles on Linux.
Frank suggested that we include the program version in the executable name to avoid confusion. Dispatchers could be used to select the correct binary, and set the correct environment.
4. Lessons from PIMS - Chris

Chris presented a study of the lessons learnt that was conducted at the end of PIMS grant. https://cselnx4.dl.ac.uk/svn/pims/project/presentations/LessonsLearnt.html
Frank stressed the importance of allowing real users to test the interface, and suggested that this is more important than the underlying schema. This is relevant to the design of the new CCP4 gui. Eugene said that software design (rather than coding) is not stressed enough.
Eugene said that Phenix take GUI development seriously. Nat Echols is doing this, and has adapted several ccp4i elements. How should we pursue this? Need frequent meetings and user feedback. Andrew liked the way Phenix automatically launches the next step, e.g. Coot after refinement. This can be done in ccp4i, but requires users to actively select the option.
5. Ligands

Progress has been slow, partly because Natalie moved to the auto-update project (due to her leaving soon). Last time, Eugene presented a framework for handling ligands in CCP4, and reported that this is now halfway to being implemented. Eugene says they decided not to re-write JLigand in C++. Garib says that the main purpose of JLigand was the generation of LINK records, and to check chemistry.
Paul has done something like JLigand (reported at APS), and has interfaces to prodrg, libcheck and sbase. This relies on a new canvas widget which is only in the latest Linuces. Coot is the right place to have this functionality, but we want to be able to use it elsewhere as well. If he can export a cif file, then Refmac can use it. Frank suggests there may be a synergy between the new interfaces in Coot and the chemistry checking in JLigand.
6. AOB

 The next meeting won't be until 2011. In the meantime, Roberto will inform WG2 about the SW programme by email.
