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1. Minutes of  last meeting

The minutes of the meeting of  4th Jan 2004 were accepted. There were no matters arising. These minutes (and for previous years) can be obtained from http://www.ccp4.ac.uk/wg/

2. Chairman’s report (see Appendix 1)
Here are notes which supplement the main report:

The aim of the CCP4 fellowships is to support “permanent” positions for developers who have made important contributions to CCP4 over a number of years and who might otherwise be lost to CCP4. 

One of the major sticking points with the CCP4 Licence is establishing the ownership of the code, and consequently the permission for CCP4/CCLRC to distribute and charge for the code. In future, this will be made explicit in contracts where CCP4 funds work, and in the CCP4 grant itself. But this cannot be done for research-based grants, nor for legacy code.

The December meeting on the Diamond Research Hotel agreed to a 5000 sq m building, with provisional space for the CCPs (4, 11 and 13). The Hotel will be owned by CCLRC. For this reason, and for budget reasons, a move of CCP4 staff within CCLRC is most likely. Staff have been promised 3 years’ notice of a move, and that is likely to start sometime in 2005. 

The CCP4 response to the U.S. Phenix project should be discussed at the CCP4 annual meeting in March. Phenix is likely to provide strong competition to CCP4. Although a general release of Phenix has been delayed, the project has led to improvements in Phaser, Solve and Textal, an impressive crystallographic library “cctbx”, and some useful new programs such as HySS and Labelit. Phaser and cctbx are to be included in the next release of CCP4. We need to respond, and are doing so through the changes in 5.0 and on-going initiatives such as the automation project.

WG1 agreed to a 2 year extension for Keith. An explicit job specification should be given to Keith. It was noted that a move to Diamond would require a new post, as Keith will not continue in his present role at Diamond. Keith’s new contract will expire in 2007. Jim’s term will also end in 2007. The move to Diamond will be in 2008 at the earliest. 

WG1 thanked Martin Noble and Tassos Perrakis for the successful 2004 Study Weekend, and thanked  Martin Walsh and Gwyndaf Evans for the scientific organisation of the current meeting.

3. Keith Wilson report

Finances are still very healthy with our surplus still going up. This year, we have had a 70k increase in commercial receipts. We have also underspent on staff costs, due to Alun’s departure to Diamond (replaced after a gap by Francois Remacle) and the failure to fill the 2nd automation post. Even with the planned new posts, we will only keep the surplus level. However, we have agreed with SRD to bring the surplus down significantly by the end of 06/07 (ideally to 20% of turnover). This is because the surplus is virtual money which must be taken from SRD’s contracting budget. We must therefore try hard to spend money, though only in a way that adds value to the CCP4 project.

We therefore aim to fund additional posts. We won’t raise the licence fee for a few years. We will also fund the CCP4 fellowships (see above). We will investigate another CCLRC department taking on the surplus (who may have more flexibility).

There are currently 3 permanent positions at DL. Recent legislation also means that a number of staff at universities have many of the rights of permanent staff. Over and above this, CCP4 feels a moral obligation to support long-standing staff. 

The question was raised as to the effects of Full Economic Costing on CCP4. Jim believes that it would be difficult to evaluate costs for CCP4, and aims to stick to the use of 46% overheads for the time being.

Workshops were mentioned as one way of spending money usefully. CCP4 core staff are already organising workshops at the BCA, ACA and IUCr meetings. CCP4 could fund (or part-fund) other workshops, but it is up to the organisers to approach CCP4.

See Appendix 2 on Staff Reports. There will be a meeting of all CCP4 developers on March 21st and 22nd. Comments on these reports should be sent to the Exec. before this meeting.

4. SW next year.

CCP4 has paid IUCr for free web access to last year’s proceedings. It was queried whether this could be done retrospectively for earlier years – this will be investigated.

Leeds has backed out for next year (2006). Maeri is currently looking at possible replacements, but there is increasing difficulty in finding venues with sufficient cheap accommodation. The suggestion was raised that the Study Weekend be held overseas, e.g. Amsterdam. The general feeling of the meeting was the SW should remain a UK event. In addition, we would have to fund flights for students, thus raising the overall cost. The additional funds would not be a problem, but we could spend them on hotel accomodation in the UK instead, or on a commercial venue. 

Suggestions for SW topic: (1) complexes and/or difficult cases in general, (2) refinement, (3) high resolution. The final decision rests with WG2 who are meeting on 2nd February.

Overseas workshops.

Eleanor is organising a workshop in India for March. There has also been a possible approach from China for a workshop. These workshops are not just to teach, but also to encourage collaboration on software development, for which India and China will be increasingly important. 

These workshops will capitalise on the CCP4 scholarships. A report from one of the Chinese scholars is appended as Appendix 3.

Office Bearers

There were no elections this year, but Martin Noble and Garib Murshudov finish their terms of office at the next WG1 meeting. All to think about replacements for Martin and Garib, and suggest names before the next meeting. It would be useful to have the new officers present at the next meeting! Members of WG1 should also begin to think about a replacement for Jim for the following year. 

AOB

It was queried whether CCP4 could fund developers abroad. There are no problems with this. As always, CCP4 would need to get value for money, and it is up to the developer to make the initial approach. 

There was a request for more CCP4 workshops. There is money for this. The problem is always the time-cost for the tutors and organisers. If anyone wishes to organise a workshop, then they can approach CCP4 for support. 

Appendix 1 Chairman’s report on behalf of the Executive

Scientific Highlights

This has been a very successful year for the suite. The release of version 5 was a major triumph and thanks are due to the DL staff, Martyn, Pete and Charles. We were sorry to see Alun move to Diamond but welcome Chris Morris, Francois Remacle, Norman Stein & Wendy Yang as a new arrivals. We expect Chris to provide leadership in relation to data management.

The new release looks quite similar but has major changes underneath. The libraries are entirely rewritten. This was an essential step in preparing the Suite for the next ten years. REFMAC is constantly improving and becoming more and more widely used. We have been talking with EBI more automated about data harvesting. We are involved in new ideas about data collection automation and processing. Specifically we are part of eHtpx & Bioxhit. There is continuing progress with MOSFLM with Harry and Jan developing a new GUI.

The molecular graphics viewer is now three years into development. For me the last year has really seen take off. This is in part due to the outstanding efforts of Liz Potterton and Stuart McNicholas. The viewer is a bit like a submarine, all we see is the periscope. Underneath they have built a really robust framework which new features can be added. The viewer is really very nice and the work from Martin Noble's lab on the electrostatics is going to see wide adoption I think. I urge all to try it. In the next year CCP4 are working with Paul Emsley on incorporating the fantastic features of COOT into the viewer. The viewer for COOT is quite limited in comparison to CCP4MG (and rightly so) but the tools that Paul has developed are absolutely superb. If we can get this right then we would hope that its release this year will be a major coup for the suite.

The interface with EBI has worked well and some of the tools developed by Eugene Krissinel are already becoming key parts of structural analysis.

The next release 6.0 is planned for 2005, it should include the viewer, automated routes from the GUI to SHELXC-E and significant advances in phasing (PHASER & BP3).

Two major projects got underway this year. 

The first is an attempt to automate the suite. We all realise this is something that we need to do. I ask for your patience in this. CCP4 has a history of getting it right in a way which can be further developed. We have not been good at getting something out which works for one year and then has to be abandoned. So for the next year I think you will see little change but a steering group has been formed and this is looking over the whole of the suite with a view to automation. I think this approach will give us the greatest benefits. 

The second has been data management. Chris Morris is managing a UK and EU consortium to develop a new freely accessible data base for protein crystallography. By involving CCP4 in this we hope to make sure that we remain as ever at the forefront of software on the desk of the user.

Financial summary

Keith will present a detailed view of the figures. We have a substantial problem in that the impending closure of SRS division at DL has removed and threatens to consume our surplus. WG1 will recall that our level of surplus was agreed with CCLRC as a condition of their underwriting of the suite. We are looking at a number of options including transfer to another division.

CCP4 fellowships

The Exec would like to create this flexibility.

Annual meeting

An annual meeting of the developers and associated / interested parties was held in York. 

Licence problems

We are still mired in this difficulty. Previously you will recall that we agreed a newly revised licence after prodding from Pfizer. Two companies Merck and Bristol Myers have refused to sign the amended licence and as a result triggered involvement of lawyers from CCLRC. We have now agreed with CCLRC that CCP4 can continue to distribute to commercial suppliers. CCLRC have really stepped up to the plate to help us with this at no charge but at considerable expense to themselves. A reworded licence is now in its final stages. It will no doubt iterate with companies once again. We have much tighter procedures for commissioning, funding and accepting software.

The future

Whilst this all looks pretty rosy there are major problems ahead. 

Firstly on the move to Diamond there has been no progress by CCP4. However the most recent news is that the Hotel is going to happen, only the precise details remain to be established. 

The lack of automation and clear readable output of the programs remains a problem, I hope we have taken steps to rectify this. We have been slow to realise this threat and I take responsibility for the failure.

Management remains difficult. The Suite has grown in size dramatically and Keith has created a new position other than the one WG1 envisaged. Without Keith and Maeri the suite would have collapsed. It is my view that WG1 should extend this contract again but this time for two years. In the meantime we need to think about scientific leadership on a daily basis for the DL staff and the other outposts of the suite. Beyond the mundane, we need to think about what CCP4 exists for and what we should do? For instance should we approach the NMR and EM communities? How do we respond to PHENIX? My plan is for the Exec and the automation advisory board to focus on this. We have an annual meeting in York where these ideas can be discussed. We may also consider an external review.

David Blow

Acting on your behalf the Executive contributed substantial sums to a BCA meeting in his honour and sent a donation to his wife's choice of charity. We have also renamed the visiting scholarships in his memory.

Appendix 2: Staff Reports

NAME: Maria Turkenburg

PROJECT TITLE: CCP4 Automation

2004 ACTIVITIES:
Attempt to learn Python;
Update CCP4 tutorials;
Evaluate crystallographers' use of CCP4i to identify scope for automation and test some protocols and ideas (in conjunction with e-HTPX etc.);
Get to grips with CHART;
Some CCP4i (Tcl/Tk) tutorials ready;
Update 'Basic Maths for Protein Crystallographers' to better deal with 'moments';
New test data for Autostruct/CCP4 as and when available;


2005 PLANS:
Finish CHART interface;
Finish CCP4i tutorials and keep updating tutorial/teaching materials;
Extend test data sets to include raw data;
Test CCP4 protocols and automation scripts as they are implemented;


What hindered your progress this year:
Although I feel I had a good stab at learning Python this year, it hasn't progressed to the point of it being useful to me. I think I have to give up on learning programming in the strict sense of the word and concentrate on other things.
What hindered my progress most this year, was breaking my arm at the beginning of June and hence being away from work for 3 months.


What would assist your progress in 2005:
A shorter 'to-do'-list - down to myself.


PRESENT COLLABORATORS:
Charles Ballard, Norman Stein, Eleanor Dodson, George Sheldrick, Martyn Winn, Ronan Keegan, Graeme Winter, Paul Emsley, Peter Briggs, Ian Tickle, Kevin Cowtan

POTENTIAL COLLABORATORS:
Johan Turkenburg and others at York

NAME: Chris Morris

PROJECT TITLE: Protein Information Management System

2004 ACTIVITIES:participated in the preparation of the grant application and response to referee’s comments for PIMS.
· Continued developent of MOLE until July 2004.

· Participated in the preparation of the grant application and response to referee’s comments for PIMS.

· Met with PIMS customers in UMIST, Leeds University, and the OPPF, and potential collaborators in EMBL Grenoble.

· Initiated the documenting of use cases for PIMS by Dr Griffiths (YSBL).

· Met and corresponded with CCPN, Anne Pajon (EBI), and Jon Diprose (OPPF) to design the foundations of PIMS, including giving a presentation at the TEMBLOR conference in May. I have designed the necessary software architecture in collaboration with them.

· Negotiating with CCPN to determine whether they will do some of the implementation

· Implementing parts of the design for PIMS' back end.

· Participated in interviewing for vacancies here at DL and at EMBL Grenoble.

· Assisted colleagues in project planning, and presented a training session on documenting requirements, and other training session for fellow developers. 

· Participated in writing a paper on MOLE. http://www.ncbi.nlm.nih.gov/entrez/query.fcgi?cmd=Retrieve&db=PubMed&dopt=Abstract&list_uids=15468326
· Attended a course on “First Line Management”.

2005 PLANS:

Complete hiring for PIMS, deliver first milestone and subsequent ones, revise project plans for following year.

NAME: Norman Stein

PROJECT TITLE: CCP4 Automation



2004 ACTIVITIES: 

Produced a Python script to automate molecular replacement with amore. The script estimates the number of molecules in the asymmetric unit using Matthews coefficient, solves for more than one molecule in the asu (if necessary), creates target pdbfiles and checks for clashing.

Ported Clipper and Pirate to Windows.

Migrated the CCP4 Windows build to the Visual Studio.NET 2003 compiler. Documented the use of the .NET 2003 compiler and the process of creating a Windows build.

Fixed various outstanding bugs, so that programs such as Solomon, Pltdev and Oasis should now work on the Windows platform.

Became involved as a member of the user support team.



2005 PLANS:

Further development of automation scripts to include: use of other MR programs e.g. phaser and molrep, interaction with programs through XML output rather than parsing existing output files, integration with other scripts which generate large number of possible MR models and do model building.

Review existing technologies of relevance to the CCP4 automation project, in particular DNA and CHART.

Act as a consultant to Francois Remacle, regarding future CCP4 releases on the Windows platform.



What hindered your progress this year:



What would assist your progress in 2005:

PRESENT COLLABORATORS: Ronan Keegan, Graeme Winter, Maria Turkenburg





NAME:   Eugene Krissinel

PROJECT TITLE:  Protein interfaces

2004 ACTIVITIES:

- General literature studies on the subject of protein interactions

- Design of a generic procedure for the calculation of protein interfaces

- Research on the identification of potential biologically relevant interfaces

- Design of database of protein interfaces found in PDB archive. The database includes detailed information on interface geometry, energetics, potential biological relevance and statistical significance

- Design of web service as the user-end for the protein interface database. The service provides access to precalculated interfaces in the database and visualisation of structures and interfaces. In addition, interface calculations may be performed interactively for uploaded structures

(see unpublished prototype at http://www.ebi.ac.uk/msd-srv/prot_int/cgi-bin/piserver ).

- Design of SSM-based structural searches in protein interface database. This feature allows for the analysis of interfaces between alike structures, with the accent on the identification of multispecific proteins.

- General improvements, maintenance and bug fixing in SSM and MMDB

- Preparing SSM’s core algorithm (ssmlib) for inclusion into CCP4 release 2005.

2005 PLANS:

- Design of the procedure for the calculation of protein assemblies, based on the geometry and energetics of protein interfaces. The results will be compared with those obtained from PQS and those available from the experiment, in order to estimate the prediction rate. The goal is to obtain a faster and fully automatic procedure for inferring assembly data from structures solved through the crystallisation

- The protein interface database and the user-end web-service will be added with means to retrieve the assembly data and to perform interactive assembly calculations for uploaded structures

- Design of procedure for 3D surface searches in protein interface database, implementation in web-service subject to progress

- Improvement of the presentation of the results in the protein interface web-service, possible inclusion of multiple structure alignments on the results of database searches

- Preparing and publishing the protein interface web-server, subject to progress.

What hindered your progress this year:   Nothing

What would assist your progress in 2005: A closer touch with groups working in this field

PRESENT COLLABORATORS: Dr. Jacqueline Cherfils, CNRS, Gif sur Yvette, France, Prof. Manuela Helmer-Gitterich, Univ. of Rome, Italy, Janet Thorton’s research group, EBI, MSD group at EBI, UK.

POTENTIAL COLLABORATORS: Everyone working in the field of protein interactions

NAME: PETER BRIGGS

PROJECT TITLE:  CCP4 (core Daresbury group)

2004 ACTIVITIES:

· Technical support and development

· Coordinated release of CCP4 v5.0 (May 04) and subsequent patch releases; held post-implementation review in October 04; developed automated downloader script for 5.0* binaries

· Contributed to revisions to new CCP4 academic and commercial software licences

· Line manager to Maeri Howard (May 04), Francois Remacle (new core programmer, Oct 04) and Wendy Yang (CCP4-BIOXHIT developer, Dec 04)

· CCP4i support & development, including: new SHELXC/D/E interface, new functionality to MapSlicer, improvements to task installer, groups of 4 MTZ labels

· Contributing to release 6.0 (“Ingleton”) particularly in the areas of testing and QA

· BIOXHIT activities: worked on development of prototype db handler, developed project plans, recruited new programmer, attended meetings and presented posters and talks

· Publicity and education: ACA 2004 (Chicago), co-organised and spoke at joint CCP4-PDB workshop, manned CCP4 exhibit stand, presented joint poster; SR User Meeting 2004, presented poster

2005 PLANS:

· CCP4i developments:

· Develop MapSlicer, MTZ hierarchical viewer, Data Harvesting tools

· Investigate “next generation” CCP4i

· BIOXHIT activities: co-ordinate CCP4 contributions to BIOXHIT in areas of data management, standards and automation; co-organise standards workshop in February 05

· Publicity and education: co-organise CCP4 workshops and exhibits at ACA 2005 (Orlando) and IUCr 2005 (Florence)

· Investigate links with software projects for techniques complementary to PX

· Continue technical support role, contribution to release 6.0 and line management activities

What hindered your progress this year:

· Difficulties resolving licensing issues delayed release 5.0

· Significant reduced manpower in core group for approximately 6 months after departure of Alun Ashton in May 04

What would assist your progress in 2005:

· Clear air between releases to consolidate other developments

· Increase in staff effort available in core group

PRESENT COLLABORATORS: core Daresbury staff, Graeme Winter (e-HTPX), Harry Powell (MOSFLM), Eleanor Dodson, Liz Potterton, Maria Turkenburg

POTENTIAL COLLABORATORS: Chris Morris (PIMS), Norman Stein (CCP4 Automation), non-CCP4 partners in BIOXHIT project

NAME: FRANCOIS REMACLE

PROJECT TITLE: CCP4 (Core Daresbury Group)

2004 ACTIVITIES:

· CCP4 support for MS Windows & InstallShield

· Performed some specific technical support (e.g. cif2xml problem) 

· CCP4i developments

· Developed utilities to search and sort the contents of the job database

· Investigated “fast switch” between projects

· Developing web interface for Study Weekend 2005 abstracts (with Maeri Howard)



2005 PLANS:

· Provide general technical support (with other DL staff)

· Assist with release of CCP4 6.0 (Ingleton)

· Continue to develop CCP4 under MS Windows, including building & testing of Windows release for version 6.0.

· Edit CCP4 Newsletter (with Maeri Howard)

· Assume responsibility for CCP4 website (with Peter Briggs and Charles Ballard)

· Continue to develop CCP4i (with direction from PJB)

· Develop a long-term project within the context of CCP4 (to be decided)



What hindered your progress this year:

N/A



What would assist your progress in 2005:

· Training to improve background knowledge of PX



PRESENT COLLABORATORS: core Daresbury staff


POTENTIAL COLLABORATORS: external contributors to the suite


NAME: WANJUAN (“WENDY”) YANG

PROJECT TITLE: CCP4-BIOXHIT

2004 ACTIVITIES:

· Took up position 6th December 2004 & began work on prototype project database handler. Currently gaining an understanding of the project requirements and learning about Python scripting language



2005 PLANS:

· Continue to work on CCP4 component of BIOXHIT project (“Data Management and Project Tracking in Structure Solution”):

· Develop prototype project database handler plus API with minimal database backend

· Develop version 1 of handler based on prototype

· Produce specification for version 1 of  project tracking database design

· Develop prototype visualisation tools to work with the handler

· Contribute to other relevant BIOXHIT and CCP4 Automation tasks (to be identified) as required



What hindered your progress this year:

N/A



What would assist your progress in 2005:

· Improve understanding of the process of structure determination via PX

· Identifying collaborators to provide scientific and technical input



PRESENT COLLABORATORS: CCP4 Daresbury Group, e-HTPX project (Graeme Winter), CCP4 Automation Project, EBI Cambridge

POTENTIAL COLLABORATORS: Relevant partners in BIOXHIT (ARP/WARP, SHARP, …), CCP4mg

NAME:  Martyn Winn

PROJECT TITLE: CCP4 core staff



2004 ACTIVITIES:

Work towards 5.0 release

Planning of Ingleton release, and preparation (esp. incorporation of cctbx/phaser and Leiden software)

Development of coordinate utilities (as requested by Jan Dohnalek). Made available for testing at www.ccp4.ac.uk/ccp4online

Work on e-htpx, supervise Ronan Keegan on development of parallelised MR service

Supervised Pryank Patel on Temblor

Attended BCA (CCP4 poster), ECM (CCP4 stand), e-science All Hands Meeting (e-HTPX posters), Spine meeting (CCP4 talk), etc

DL partner on MAXINF-2 grant – contract preparation

DL admin, CCP4 admin, miscellaneous form-filling.



2005 PLANS:

Usual CCP4 stuff

TLS / normal modes developments (as promised in grant)

Further work on e-HTPX MR service, and linking it in with CCP4 automation efforts



What hindered your progress this year:

Departure of Alun increased workload on all core staff at a time we were preparing 5.0, summer conferences, start-up of BioXHIT and CCP4 automation



What would assist your progress in 2005:

Some gap between Ingleton and next release (notwithstanding separate release of automation components)



PRESENT COLLABORATORS: York, Cambridge, CSE @ DL, Ralf G-K, Raj Pannu, Steven Ness


POTENTIAL COLLABORATORS:



NAME: Colin Nave

PROJECT TITLE:

CCLRC Line Management of CCP4 Staff at Daresbury

2004 ACTIVITIES: (CCP4 related only)

Formal line management of CCP4 staff for purposes of CCLRC. Collaborate with Keith Wilson over this. 

Involved in recruitment of new CCP4 staff at Daresbury. 

Involvement in negotiations with CCLRC over CCP4 licence agreements.

Ensure compatibility between CCP4 and developments within e-HTPX and BIOXHIT 

Co-ordinate EC Max-Inf  network (includes CCP4 staff and contributors)



2005 PLANS:

Largely continuation of above (Max-Inf now finished)

One of the PIs on the PIMS grant.



What hindered your progress this year:

Nothing specific for CCP4. Welcomed the commitment for 3 years notice to be given of any move of CCP4 activities to Diamond.



What would assist your progress in 2005:

Continuation of Keith Wilson's role.

Should consider whether additional non programming staff required for CCP4 (e.g. in order to assist in more day to day project management of activities).



PRESENT COLLABORATORS:

Collaborators involved in BBSRC, e-HTPX  grant and the EC BIOXHIT grant. CCP4 involved in all of these as a supplier and recipient of developments (as well as jointly funding some of the activities).



POTENTIAL COLLABORATORS:

Additional collaborators involved in PIMS grant



NAME:  Maeri Howard

PROJECT TITLE: CCP4 Administrator



2004 ACTIVITIES:

· Promotion to a new band level! 
· Successful co-ordination and organisation of the CCP4 Study Weekend in January 2004 including coordinating and organising SRD and University of Leeds staff, operation of database to register, update and confirm data for a total of 420 attendees. Responsible for coordinating the editorial production of Study Weekend Proceedings in conjunction with the IUCr.  Research into a new venue for Study Weekend 2005 (University of Reading).

· Work in conjunction with Peter Briggs to successfully create both a commercial and academic CCP4 license. Production and maintenance of accurate system for identifying and tracing ownership of commercial licenses (approx 110).

· Oversee the organisation (in conjunction with Peter Briggs) of the ACA Workshop. This also included the creation of a “Data Alley”, which will be run in conjunction with the PDB and the conference organisers.  

· Create the budgets for CCP4 Commercial funds and BBSRC grant funds for FY 2004/2005. Monthly compilation and dissemination of financial information for Keith Wilson (York) for all CCP4 project codes.  Analyse with KSW monthly financial standing of all CCP4 related project codes. Oversee the creation and maintenance of all external contracts, including the monitoring of money spent against each contract.



2005 PLANS:

Develop more cohesive promotions/conference/marketing schedule for the year with the long term goal to have a more efficient use of all assets involved with these items. 

Create documentation for procedures that correspond with Study Weekend, ACA etc.

Organise (with Peter Briggs/Scientific Organiser)ACA Workshop and attend ACA Conference in May 2005.

Organise (with Peter Briggs/Scientific Organiser)IUCR Workshop and attend IUCR Conference in August 2005 



What hindered your progress this year:

As my workload has increased, the administration element my work has increased exponentially and this has meant less time all around to do an even bigger work load.  I also suffered with an unreliable laptop, which has recently been resolved by purchasing a new one. 

 

What would assist your progress in 2005:

Part time help to keep on top of the paper pushing element of my job (i.e. filing of all new licenses-both academic and commercial).

I am now also set up to work from home and will utilise this facility more often to try and keep on top of my work load.

I may also be able to work more hours starting in September 2005 which will help.



PRESENT COLLABORATORS: n/a


POTENTIAL COLLABORATORS:  n/a


NAME: Geoff Battye

PROJECT TITLE: Mosflm GUI

2004 ACTIVITIES:

Continued development of new Mosflm GUI

2005 PLANS:

Complete development of new Mosflm GUI,.

Release and support new Mosflm GUI.

What hindered your progress this year:

What would assist your progress in 2005:

PRESENT COLLABORATORS:

Harry Powell, Andrew Leslie

POTENTIAL COLLABORATORS:
NAME: Harry Powell

PROJECT TITLE:

Development and Maintenance of Mosflm

2004 ACTIVITIES:

Many bug fixes and major code tidying in Mosflm. Addition of new features including

improved output for DNA & BEST, automatic updating of display in GUI when, e.g., new

resolution or mosaic spread is input. Enhanced output from indexing (including both settings for

rhombohedral cell). Better diagnostics when Mosflm shuts down cleanly. Improved support for

new detectors. Windows version now works under Cygwin environment as well as MScommand

line version. More work on DPS autoindexing to improve reliability and crossplatform

consistency.

Working with Geoff Battye to improve communications between new GUI and Mosflm & also

command line interface.

Released version 6.2.4 as part of CCP4 v 5.0.

Gave talks at several meetings and workshops about Mosflm, data collection and data

processing - CCP4 study weekend, Lund (Max-Inf), Leiden, Southampton (South West

Structural Biology Consortium)

Much user support, & testing, testing, testing...

2005 PLANS:

Ad hoc changes and improvements will be made when found to be necessary. Release next

version of Mosflm (6.2.5), followed by next generation version incorporating new GUI (written

by Geoff Battye).

Continue implementing generalisation improvements into Mosflm's handling of goniostats,

images, etc. Use of spot positions in postrefinement still needs to be completed. Improve flow

of program, rationalize organization of subroutines and functions.

Higher profile at scientific meetings to encourage use of Mosflm & CCP4 in general.

What hindered your progress this year:

Interesting user problems highlighting some errors in the code. Many more new users requiring

help & advice.

What would assist your progress in 2005:

Continued support of co-workers and collaborators.

PRESENT COLLABORATORS:

Andrew Leslie & Geoff Battye (MRC-LMB), Pete Briggs, Charles Ballard, Martyn Winn

(CCP4-DL), Maria Turkenburg (CCP4-York), members of the DNA project (SRS & ESRF).

Sasha Popov & co-workers at EMBL, Hamburg. Some interactions with detector

manufacturers. Other programmers at MRC-LMB.

POTENTIAL COLLABORATORS:

Other members of CCP4 team. Staff at other synchrotrons.
NAME: Charles Ballard

PROJECT TITLE: CCP4



2004 ACTIVITIES:

Project manager for CCP4 Automation project

· Recruitment of Norman Stein and A.N.Other. Line manager of Norman Stein.

· Project manager for CCP4 Ingleton release

Customer support through ccp4 helpdesk

Publicity 

· representing CCP4 at AsCA meeting in Hong Kong.

Oversaw CCP4 finances.

CCP4 webmaster

· website moved to new machine.

Co-organising BioXHIT/eHTPX/CCP4 automation meeting (lesser role).

GtkGLarea port to OS X.



2005 PLANS:

Manage CCP4 automation project.

· CCP4 automation to produce MR pipeline by release+1.

· Fill second automation position.

· BioXHIT/eHTPX/CCP4 automation meeting in February.

Successful release of CCP4 6.0 (ingleton) including CCP4MG and PHASERin Q1 2005.

· Update CCP4 downloads to allow multiple options.

Represent CCP4 at one or more conferences and workshops 

· work with E.Dodson on India workshops).

Major overhaul of CCP4 website with FR and PJB.

Accurate estimates of CCP4 outturns for March bids round.

Customer support through ccp4 helpdesk (reduced role).



NAME: Anne Baker

PROJECT TITLE: Creating the graphical user interface for Phaser



2004 ACTIVITIES:

Completed the graphical user interface for the molecular replacement module of Phaser.

Collaborated with Peter Briggs (CCP4) re constructing a “mtz viewer” facility within the experimental phasing module of Phaser.

Completed a first edition of the graphical user interface for the experimental phasing module of Phaser.



2005 PLANS:

n/a



What hindered your progress this year:



What would assist your progress in 2005:

n/a



PRESENT COLLABORATORS: Randy Read and Airlie McCoy (Cambridge) and Peter Briggs (CCP4)



POTENTIAL COLLABORATORS: n/a



NAME: Jan Gruber

PROJECT TITLE: CCP4MG surfaces

2004 ACTIVITIES:

Jan Gruber completed his one year postdoctoral position in Oxford at the end of October.  Jan was working on the molecular graphics program, and specifically on providing surface calculation and representation algorithms, together with software to calculate electrostatic potential.

Working with Martin Noble, Jan implemented a class in C++ that generates and stores triangulated surfaces by one of two different algorithms: a grid-based algorithm suitable for low resolution representation of large structures, and an analytical quartic-based algorithm that can yield highly detailed pictures of van der Waal’s and molecular surfaces.

This class depends on mmdb and clipper classes, and is available from within ccp4mg, and in standalone programs.  A preliminary implementation into coot has been performed as a proof of principle, although development of the class and its user interface has been geared towards the ccp4mg application framework.  Liz Potterton and Stuart McNicholas have integrated the surface class into ccp4mg, and provided a user interface that permits selection of the subset of atoms for which the surface is calculated, and the (larger) subset of atoms that provide a context for the surface.  Protein surfaces can be created either as an example of a representation style, or as a separate display object, the latter of which has an interface that allows greater control of atom selection and colouring mode, including colouring by electrostatic potential, or by any other form of scalar field that can be loaded into ccp4mg as a clipper “NXMap”.

Jan also implemented a finite difference algorithm for solving the Poisson Boltzmann equation to allow the evaluation of electrostatic potential in the environment of a protein.  This means that “GRASP” like pictures can now be generated entirely within ccp4mg, and that surfaces can also be coloured according to other scalar properties such as hydrophobic or other potentials.

2005 PLANS:

Jan has moved on to a postdoc position in Singapore.  Final bug-fixes and developments will be by M. Noble 



What hindered your progress this year:

Nothing external

What would assist your progress in 2005:



PRESENT COLLABORATORS: Stuart McNicholas, Liz Potterton



POTENTIAL COLLABORATORS: Eugene Krissinel



Appendix 3: report from CCP4 scholar

The CCP4 Study Weekend 2005 and my journey in UK

This year CCP4 Study Weekend held from Jan 7th to Jan 8th at the University of Reading. As in the past, CCP4 is keen to maintain its scholarship scheme and generously offered “The David Blow visiting Scholarship” to Chinese students. I was one of the Chinese students who received the Scholarship so that I had the opportunity to attend the “2005 CCP4 Study Weekend” and then had a visit to several crystallographic labs in UK.

The scheme of the 2005 CCP4 Study Weekend is data analysis and scaling, focusing on methods and techniques for the measurement of X-ray diffraction data and analysis steps up to and including scaling and merging. This Study Weekend is well arranged, covering a variety of topics through the stages of sample preparation, sample screening, data collection and data analysis; provide us with a deeper insight into the practical experiment as well as the thought of underlying theory of the computational methods being employed. The lectures are informative and I learned a lot from that.

After the Study Weekend, we began our visit to the crystallographic labs that we had longed to visit. Maeri’s good arrangement made everything easier for us, we thank her again.

The first University we were to visit is the University of Oxford. We arrived at oxford at 9th afternoon and were hosted in the University Club at Mansfield Road. We visit the Laboratory of Molecular Biophysics at the Department of Biochemistry in the 10th morning. Professor Martin Noble arranged the tour for us. He and several other professors of the lab talked into details about their work and showed us the facilities of the lab. Their work is cooperative and efficient, with experts focusing on each field of the process. I like the scientific atmosphere there. Ed, Paul, Jane, Elspeth, Susan, Martin, I remember your names and bid you good luck. In the afternoon, we visited the Division of Structural Biology at Welcome Trust Centre for Human Genetics. The professor there first showed us the MRC lab, and then to the structural lab at the ground floor. It is a highly automated, factory like lab with almost all the updated equipments. Every field of crystallography is well organized and equipped, the facilities there are amazing.

We went to Cambridge in the 11th morning. We were hosted at the Bridge Guest House at 151 Hills Road, CB2 2RJ.

On 12th morning, we met Professor Phil Evans at MRC Laboratory of Molecular Biology in the University of Cambridge at Addenbrooke’s Hospital. Professor Phil Evans showed us their latest work, and then around their laboratory. What impressed me most are the photos of the giants in crystallography, who set up the milestones of this field. And only with the heritage they give us, we can march father. Then Andrew Leslie told us about their work on molecular rotary motors. A hard course, a splendid work. I still remember Andrew’s words “If we want to solve a structure, we takes years.” In the era of structure genomics, he is the few who can insist on exploring the truth without the affection of structure rush.

In the 13th morning, we visited the Crystallography and Bioinformatics lab at the Department of Biochemistry. Professor Luisi arranged the visit. First he introduced us to the young researchers there. They talked about their work and how they did the work, which is beneficial to our scientific thinking. Some of them are just students like us, so we have something in common and can communicate more freely. We had a free afternoon and fully enjoyed the beautiful scenery and the sunshine which is not so common in UK. Cambridge seems not as old as Oxford, but the same as beautiful. 

Adieu to Cambridge, we got on the train to Glasgow at 14th morning. We arrived at the University of Glasgow in the afternoon, lodged at the Heritage Hotel, 1 Alfred Terrace, and then had a quick visit to the crystallography lab of Neil Isaacs. It is a pity that we did not meet Neil whom we had met at the CCP4 study weekend. He did have arranged everything well during our staying there. Cao Zhen-Bo, a student of Neil from China, accompanies us all these days and made us feel at home, we thank him sincerely. In the 15th morning, Paul showed us around the labs, and talked about their work on membrane protein. It is well known that membrane protein crystallography is the hard bone of this field, they had the courage and capability to do it, and their work is magnificent. After the visit, Cao brought us shopping at the city centre. It was the first time that I realized we were in a modern world while not in the fairy tale of the past. 

On 16th, Paul drove us to see the loch, to climb the mountain, and we really enjoyed the picture like scenery there. Paul is a strong, humorous, hospitable guy who is also a good driver at the same time. He guided us throughout the journey. It rained in the morning and then turned fine in the afternoon. We enjoyed the beautiful scenery and the clear air in the mountains. We will never forget their hospitality.

Be reluctant to say goodbye to Glasgow, we set out to Daresbury, our last stop in UK, in the 17th. We arrived in the afternoon, and then Michael Cianci and his colleague (I don’t know his name, sorry) showed us the synchrotron facility there. We are not familiar to the practical work, but we know that it boosts the development of crystallography. And we China are building our own synchrotron facilities; I wish we could learn from them.

In the 18th morning, saying goodbye to Maeri Howard Eales, who had arranged the entire journey for us, and had helped us in every aspect in life there, we went to London Heathrow airport. We spared time and spent 3 hours in London, have a quick visit along the Thames River, and then spent the last night in the Comfort Inn near Heathrow airport. 

In the 19th, we safely flew back home to Beijing and ended our pleasant journey in UK.

I learned a lot from the whole journey. During the study weekend and the subsequent visit, I had a better understanding of the technique and theory of data analysis, and also learned some practical experimental skills. I saw the facilities of the best labs in UK and know how they work, which are instructive to our work home. 

I thank CCP4 who provide me the chance of study and also provide me all the costs during our stay in UK. I thank Maeri Howard who at pains arranged all the things and made us worry about nothing. I thank all the professors, technicians and students of the labs that we had visited, without whom I can’t have such a pleasant journey.

Wang Zhan-Xin

2005-1-23






