WG2 Meeting

Wednesday, 10 June 2009

Birkbeck, University of London, London, UK

Agenda

1. Approval of minutes

(see http://www.ccp4.ac.uk/wg/datafiles/WorkingGroup2_2009jan.doc)

2. Study Weekend 2010 - Keith, Kevin, Paul

3. Feedback from SBGrid workshop and SBGrid more generally - Ronan

4. Plans for new GUI - Liz (with lively feedback from WG2)

Present

Charles Ballard (STFC, Daresbury)

Harry Powell (MRC, Cambridge)

Nick Keep (Birkbeck)

Paul Emsley (Oxford)

Kevin Cowtan (York)

Eugene Krissinel (EBI, Hinxton)

Keith Wilson (York)

Phil Evans (MRC, Cambridge)

Jan White (Sheffield)

Karan McLuskey (Glasgow)

Bill Lin (STFC, Daresbury)

Eleanor Dodson (York)

Arwen Pearson (Leeds)

Roberto Steiner (KCL)

Ronan Keegan (STFC Daresbury)

Andrew Purkiss-Trew (CRUK)

Khushwant Sidhu (Leicester)

1. Matters Arising

The minutes for the  11th Feb WG2 meeting were accepted.

2. Information was requested on the status of the 6.1.2 (Charles Ballard)
The current estimate for the release date is mid July 2009, in the run up to the ACA and ECM meetings.  Some major issues have still to be addressed, including the use of popen in MrBUMP.  The process would be to release the latest version of refmac5, without extensive testing.  Kevin Cowtan suggested that it would be best if Garib Murshudov would designate a “stable” version of the software.  There would be several updated programs in the suite, in particular crank 1.3, and bp3 and afro interfaces for ccp4i, which means that the functionality is changing as well as there being bug fixes.  To reduce the support load on the core team, for 6.1.2 the dbhander will be turned off for all platforms.
Phil Evans inquired on the version of buccaneer that would be in the release, and whether it would be significantly different from the 1.3 version available from Kevin.  Kevin responded that the 1.1.9 version from CCP4 was functionally equivalent to the 1.2.x (1.3?) version, but did not have the multi-threading.

An issue arising after the meeting was the requirement that PHOUT be back ported from refmac 5.6 to refmac 5.5 to allow the use of the buccaneer building program after molecular replacement.

ACTION: Kevin Cowtan to liaise with Garib Murshudov and the core CCP4 team to get PHOUT into 6.1.2.

Eleanor Dodson reported problems with the “download mechanism” in CCP4i, the arp/warp installation being broken.  She stated that there was a known problem that the Arp team had told her it was a known problem.

ACTION: Eleanor Dodson to report the to the core CCP4 team and share the fix from the Arp team to determine if the fault is with CCP4i or a arp/warp.
Paul Emsley pointed out that the output of the build tests on the ccp4 website was not very informative for the developers as it did not easily display problems by program and platform (information is displayed by computer name which is uninformative).  Paul is running a testing workshop later in the year.  It was felt that effort should be put into extending the test coverage and presentation of results and that better coordination was required between the core team and the developers.  Raj Pannu is setting up a test set for buccaneer.

Phil Evans reported problems with the anisotropic correction of ctruncate.  He compared the implementation of the anisotropic correction to that in phaser which was much more stable.  The phaser implementation uses a spherical restraint.  This should be fixed for 6.1.2.

ACTION: Phil Evans to provide Norman Stein with example data.

ACTION: Paul Emsley to organise the test meeting.

3. Study Weekend – Structural Solution using CCP4 (Keith Wilson, Kevin Cowtan, Paul Emsley)

<timetable excluding speakers from organisers>

The lunch time bites are to be reorganised to allow tutors to take lunch.  The suggested arrangement is two slots of 40 minutes per room.  It was decided to retain the 1.5 hour lunch break as 2 hours was considered too long for those not attending the lunchtime bites to be left alone.
The meeting voiced the concern that the timetable was too packed, and suggested that some of the talked be rationalised.  Charles Ballard suggested that given the CCP4 focus of the meeting the introduction to CCP4 time could be used to extend the meeting.  This was not felt to be a good idea as many of the attendees arrive on the day and it would require early travel.  Also, there would be a clash with the WG1 meeting.  The meeting will start at 11 am.
ACTION: Keith Wilson to provide updated timetable and liaise with Shirley Miller on the invitation of speakers.

OUTCOME: WG1 to be run concurrent with …

OUTCOME: The introduction to CCP4 to be replaced with an introduction to DLS

ACTION: Organisers to liaise with Charles Ballard and Shirley Miller on the timetable changes for meetings running alongside the CCP4 meeting.

4. SBgrid (Ronan Keegan) – http://www.sbgrid.org
A report was presented on the US SBGrid collaboration and the SBGrid workshop.  

SBGrid distribute software for life sciences to associate laboratories.   The distributed software includes the CCP4 suite.  The collaboration was begun in 1999, and supports various linuces, and OS X, but not window, with a core staff of 4-5.  The distribution uses the rsync mechanism.   

The SBGrid workshop was attended by 60 students, and included lectures on CCP4, PHENIX and SHARP/autoSHARP.  The next SBGrid workshop will be held in Heidelburg (?).
Some concern was raised that SBGrid might not be complying with the CCP4 license.  Ronan Keegan had investigated this, and SBGrid will provide details of their commercial clients.

Keith Wilson gave an overview of the INSTRUCT project (http://www.instruct-fp7.eu/).  The S3 (?) lead is Dave Stuart (Oxford and DLS), with a deadline of 15 August.  The Working Party M proposals include a computational structural biology group to be located in the UK.  STFC is to bid for this on the Harwell site.  The activities of this group  has some overlap with SBGrid, including the hosting and distribution of packages for computational structural biology.  INSTUCT is funded under FP7
Harry Powell asked how this compared to SPTools.  Keith Wilson described SPTools as EU Strategic Framework project that was at the proposal stage.  This is being lead by Dave Stuart (Oxford).  This will also operate in the structural biology area if funded, including providing tools for protein crystallography at the synchrotron.
The method of synchronising to a supported state, rsync to central several, lead to a discussion on possible methods for updating CCP4 on users machines.

ACTION: core team to look at updates mechanisms.  Limited trial.  Live for 6.2?

5. the updated ccp4i (Liz Potterton)

The plans for the next generation of ccp4i were presented, including a mock-up of the slice view of the solution of a project.  This included ideas of using a scoring system for determining the next step to be performed.  The general idea is to produce an automation system with an attached gui to provide feedback to the user, allowing different levels of granuality.  The new post at Harwell, assuming that a suitable candidate is found, will focus on the automation side.  This covers the wrappers for programs and the “database”.
Suggested programming languages are python with QT, and java using eclipse frameworks.  The former is similar to the technology used in QTMG, while the later is being pushed by DLS.  

Among the current technology being developed within the EU is EDNA (http://www.edna-site.org) a new generation environment for online data analysis.  At the heart of EDNA is Aalib (http://aalib.sourceforge.net/) which provides asynchronous communication between threads, the use of a datamodel, and the idea of plugins.  Harry Powell felt that the EDNA team had done a lot of the ground work in producing a datamodel and a program independent description of the data.
Important elements are determining appropriate dataset and decision making statistics.

There was a debate on updateable graphs, as demonstrated by hkl2map.  This is seen as a priority for giving feedback to the user.  In the short term this may be tied up in a replacement for loggraph.
ACTION: someone to investigate use of imosflm code in replacing blt in ccp4i.

6. cycling buccaneer with refmac5 and phenix.refine (Kevin Cowtan)

The results of building with buccaneer while refining with either refmac5 or phenix.refine was presented.  On average, for this test set of 56 JCSG datasets,  slightly more residues where built using refmac5/buccaneer than phenix.refine/buccaneer.   Initial investigation suggests that the difference is due to the quality of the map produced.  Contrary to popular believe refmac5 produces R values comparable to phenix.refine.  Refmac5 was noted to be 2 to 3 times faster than phenix.refine.  Phil Evans noted that the optimizer in phenix.refine is being rewritten to address this.
7. AOB

The next meeting is to be held in January at Harwell.

