Minutes of WG2 meeting 5th February 2008 at York

Present:

Phil Evans (MRC-LMB), Jan White (Sheffield), Paul Emsley (Oxford), Eleanor Dodson (York), Martyn Winn (DL), Eugene Krissinel (EBI), Arwen Pearson
 (Leeds), Keith Wilson (York), Andrew Purkiss-Trew (CRUK), Frank von Delft (SGC), Tadeusz Skarzynski (GSK), K.Sidhu (Leicester), David Robinson (Dundee), Bernhard Lohkamp (York), Kevin Cowtan (York), Luke Kontogiannis (MRC-LMB)

Apologies: Peter Briggs, Charles Ballard, Harry Powell, Lindsay Sawyer, Graeme Winter, Airlie McCoy

Previous minutes

These were not available.

Study Weekend 2009

This will be held at Nottingham from 3rd to 5th January (Saturday - Monday !!). 

The following 5 topics were considered:

1. Overview of CCP4: This would be a SW devoted to CCP4 programs and functionality. It was felt that is would not be a good idea to break with the science-orientated nature of SWs which is working well. However, it was agreed that there was a need to promote CCP4 more and to educate students, and alternative mechanisms were considered, see below.

2. Automation and decision making. It was felt that this was similar to the 2002 SW on "High-throughput structure determination". Also, automation is now viewed as an element of each topic, rather than a topic in itself.

3. Experimental phasing. This was the preferred option. There would be special emphasis on the effects of radiation damage on phasing (including RIP). The possible organisers would be Elspeth Garman and Clemens Vonrhein, with help from Phil Evans and Paul Emsley and possibly Arwen Pearson: Paul Emsley would approach Clemens.

[Update 31/03/08: Clemens, Elspeth and Arwen confirmed as organisers.]

4. Co-factors and ligands. It was felt that this was similar to the 2006 SW on "Crystallography of complexes".

5. Structural genomics. This included a number of ideas, including improvements in technology arising from SG efforts, data management, links to systems biology, links to non-crystallographic databases, a philosophical session on "science or service", etc. While it was felt that many of these topics were important (especially data management), it was not likely to be an attractive subject.

There was a long discussion on teaching CCP4 and crystallography. There were mixed opinions on whether students were inspired or confused by the expert speakers. The "What's New in CCP4?" session held at 0900 on the first day of the main meeting has grown in popularity in recent years (around 150 attendees this year) and it was agreed to look into extending this into the previous day, perhaps in parallel with the SR User Forum. The organisers would be Martyn, Tadeusz and Kevin.

There are practical considerations: can we book an extra room for the meeting (I believe the conference venue has additional rooms, but the contract has now been signed), do we need to support students staying an extra night?

Update on suite

Martyn gave a quick status report on CCP4 6.1  It will contain 16 new programs. There will be 11 programs deprecated, meaning that source will be distributed but not built and no binaries distributed, and these programs will be removed entirely from the next release. WG2 agreed with the list of 11.

CCP4 6.0.99a was released to selected people before Christmas. CCP4 6.0.99b will be released to ccp4-dev in a few days.

CCP4 6.1 should contain an update alert mechanism, which basically will alert the user to patches and updates available on the CCP4 web site. 

There is still confusion over recompiling source code, for example to redimension a program. Binary distributions do contain compiled libraries, and it should only be necessary to compile the individual program. It may be necessary to copy the library to $CCP4/lib/src   Dimensions in Fortran programs are updated often, but probably lag behind user needs. This is the responsibility of the primary program author.

There was a request for a "make runtest" that could run for example the scripts in $CCP4/examples/unix/runnable

Mosflm and iMosflm

Luke has been working on iMosflm since October 07. New features include ability to resize images, support for Pilatus, and ability to delete sectors. He is doing a UML class diagram of iMosflm, and Paul was interested in re-using some display classes. Luke will do an installer for the independent distribution of Mosflm from Cambridge.

Buccaneer

Kevin gave a status report on Buccaneer. CCP4 6.1 will contain Buccaneer 1.0. New features include cycling with Refmac, and NCS auto-completion. When ARP/wARP works, it tends to produce lower R factors because of the flexibility allowed by free atoms. However, Buccaneer will work in cases where ARP/wARP doesn't because of the use of fragments larger than atoms. Buccaneer has worked for at least one case of phasing by MR, but in general it is not tuned for MR. Buccaneer will build complexes, if it is given multiple sequences. Buccaneer 1.1 is almost ready, and Kevin is planning 1.2. 

Baubles

Kevin gave an overview of Baubles. This is Peter Briggs' intelligent log file viewer, with additions from Kevin and feedback from Phil. It will be run by ccp4i at the end of a job, and will convert the main log file into a structured html file which can be viewed via View Files From Job -> View Annotated Log in Web Browser. The view includes important summaries, key references, links to summary/full log files and loggraphs displayed with JLoggraph. 

There was a discussion as to whether it was time to phase out Loggraph, and concentrate development on JLoggraph. There was some concern at making Java another dependency of the suite.

Date of Next Meeting

Wednesday June 11th
