Minutes of WG2 meeting 31st January 2007 at Daresbury

Present:

Phil Evans (MRC-LMB), Nick Furnham (Cambridge), Graeme Winter (DL), Jan White (Sheffield), Karen McKlusky (Glasgow), Harry Powell(MRC-LMB), James Raftery (Manchester),  Paul Emsley (Oxford), Eleanor Dodson (York), Norman Stein (DL), Wendy (DL), Francois Remacle (DL), Liz Potterton(York), Chris Morris (DL), Martyn Winn (DL), Maeri Howard (DL), Ronan Keegan (DL), Eugene Krissinel (EBI), Arwen Pearson
 (Leeds), Peter Briggs (DL)

Apologies: Tadeusz, Kevin Cowtan, Lindsay Sawyer, Nick Keep, Keith Wilson, David Robinson, Ian Tickle, Rasmus Fogh

Previous minutes

Accepted without comment

Study Weekend 2008

Study Weekend contract was awarded to the University of Leeds – the dates are 3,4 and 5 January 2008. Because of the size of the contract, we now have to go through an official tendering process. Tendered 7 sites of which 4 responded, and 2 were deemed economically viable (Leeds and Manchester). Neither have university accommodation available but both have reasonably close hotel accommodation which we could use at a much discounted rate. Given the lack of accommodation anywhere, we might consider York again. Maeri is going to a meeting in May promoting university conference sites and will see if there is anything else available that she is not aware of.

Reading is pencilled in for 2009 which we will confirm in July/August time.

The only major negative to using Reading is that it is difficult to find a venue that can accommodate the conference dinner. At the moment, we have no other alternative to Newbury Racecourse for the dinner however, closer to the time, we can research local venues again.

Budget should go via Exec when Maeri gets firm quotes. Budget for 460 people.

Topic for SW 2008. Phil had floated a suggested topic on the Working Group 1 and 2 lists. No alternatives suggested. Phil's idea: How do you know structure right when not enough data, e.g.  with data to 3-4A only? The topic is not validation per se, but use of additional information e.g. use of biochemical info. Phil had approach Randy Read and Gerard Kleywegt as possible organisers. One issue is how to avoid controversy! Focus on positives: additional info, new techniques. Topics include cross-linking (but can be misleading!), improving crystal quality, multi-crystal averaging, validating packing interfaces, constraints from NMR, high-res structures of components, ensemble models, unidentified blobs. A possible introductory talk would be on the limitations of crystal structures, i.e. how much can a 4A structure really tell you?

Next meetings

The next meeting had already been set as 27th of June at Birkbeck.

The meeting declined the opportunity to set the following one.

Suite update

MDW gave an update on the suite. There is a pre-release page at http://www.ccp4.ac.uk/prerelease_page.php which includes Refmac5.3, Crank 1.0, MrBUMP, XIA2, Buccaneer, Pointless, Othercell, Acorn 2006. These are programs which are ready for use, but did not make it into the last CCP4 release, viz 6.0 Note that 6.0.1 and 6.0.2 were patch releases, not designed to include new programs or major updates.

The next major release will be 6.1, code-named Staithes. This will include all the programs on the pre-release page, plus Rampage (Ramachandran plots from Rapper), Uboat (Norman Stein's replacement for Truncate), DiffractionImage library (Graeme, Francois), iMosflm, Phaser 2.x (including SAD phasing), and much more.

MDW was asked to predict when 6.1 will be released, but this is not minuted because it was a guess.

EJD asked about re-compiling individual programs when you have downloaded the binary distribution. Basically you need a) the source code for the program (obtained from the source code distribution), b) CCP4 libraries to link against (these are in the binary distribution, but need to check exact location), and c) a Makefile (need to run configure to generate the correct one). This should be documented (possibly expand on http://www.ccp4.ac.uk/problems/patches.html).

Xia2

Graeme described the Xia2 automation package for data processing, now available from http://www.ccp4.ac.uk/xia/

Running Xia2 requires a *.xinfo file, which gives background information on what the data are. Xia2 handles SAD, MAD, etc. It warns on radiation damage, but doesn't as yet take any action.

Does anyone use it? Graeme has had feedback from > 20 users (including from pharma), and around 180 downloads. 

The DiffractionImage library has been separated out and is now maintained by Francois.

Todo: ccp4i interface, clearer output.

Needs future support as Graeme's funding ends soon. 30k lines of python. 10k lines of documentation.

Future directions could include: extending upstream to non-DNA data collection, or downstream to HAPPy. Support for more data reduction programs. More functionality for radiation damage.

PISA

There has been a long-standing request for CCP4 to have a stand-alone version of PISA. Eugene has been waiting for core PISA to be stable, and has now done the stand-alone version. For convenience, it mimics local server setup. 

It can analyse an individual PDB file via 

"pisa session_name -analyse 3gcb.pdb pisa.cfg"

This generates lots of output, which can be queried with -list, -detail and -view commands (latter can use e.g. Rasmol). Other options are -xml for generating XML output and -erase to remove a current session.

The stand-alone version doesn't do a search of the PDB. Users should use the EBI server for that. Looking at a local PDB file with the stand-alone version is a distinct use.

ccp4mg

Liz described new features of Version 1.1:

· Picture description language - human readable and editable.

· Picture wizard: choice of example representations distributed.

· Notebook (= gallery + notes) for showing to courses or colleagues

· Less automatic superposition

Work in progress (now or soon): 

· stereo

· generating morphs (inc. morphing into different model)

· support for MR pipelines

· remove GLUT dependencies

· PISA interface

· ability to change mouse bindings. 

· loading of many (e.g. 80) structures. 

Future ideas: protein motions, other graphics objects e.g. membranes, domain analysis, "guided tour" for non-PXer, validation (MolProbity), sequence viewer, alignment, colouring by sequence conservation

Liz welcomes ideas for new functionality and/or comments on above suggestions. 

PDB changes

MDW summarised some forthcoming changes to the PDB format, on behalf of Kim.

Firstly, as part of the remediation project, there will be changes to the PDB format, in particular to atom names. These will now follow IUPAC convention. Details can be found at:

http://remediation.wwpdb.org/ 

http://wwpdb-remediation.rutgers.edu/downloads.html 
Refmac, Coot, etc. should be checked. The deadline for feedback is 1st July.

There are also plans to change the overall structure of PDB entries to cope with very large structures, and multi-structure ensembles. This involves PART - PRTEND, MODEL - MDLEND, STRUCT - STREND, ALTPRT - ALTEND records. These are to be discussed further in Autumn.

AOBs

There was a discussion on CCP4 workshops. DL have just got money from BBSRC for CCP4 workshops in India. 

There was a suggestion for a checklist that could be given to hosting institutions on what is required (e.g. ability to have multiple users on computers). EJD will prepare one and circulate.

There was a request from Chris to include PIMS in future workshops.

