MINUTES OF THE WORKING GROUP 1 

      MEETING OF CCP4  

         HELD AT YORK ON JANUARY 4, 2002

Present:  

Neil Isaacs (Chairman) 
Glasgow University    

Martyn Winn

Daresbury Laboratory

Ian Tickle


Astex

Randy Read


Cambridge University

Keith Wilson


York University

Lindsay Sawyer 

Edinburgh University

Jim Naismith 

St Andrews University

Leo Brady


Bristol University

Guy Dodson


York/NIMR

Eleanor Dodson

York University

Colin Nave


Daresbury Laboratory

Jennifer Littlechild 

Exeter University

Christine Cardin 

Reading University 

Peter Moody


Leicester University

Andrew Leslie

MRC-LMB

Phil Evans


MRC, Cambridge

Richard Pauptit 

AstraZeneca

David Stuart


Oxford University

Nick Keep


Birkbeck College

Neil McDonald

ICRF/Birkbeck

Simon Phillips                       Leeds University

Steve Prince 


UMIST

David Rice


Sheffield University

Martin Noble 

Oxford University

Elspeth Garman

Oxford University

Yvonne Jones

Oxford University

Kate Brown


Imperial College

Ravi Acharya

Bath University

Vilmos Fulop

Warwick University

David Brown


Pfizer

Bill Hunter


Dundee University

Apologies: Tom Ceska, Ben Luisi, Geoff Barton

1. Minutes of the previous meeting (Jan 5 2001) and matters arising
The minutes of the previous meeting were accepted as a true and accurate record. 

The main matter arising was the location of the core CCP4 group. In March 2001, the executive committee recommended that the group remain at Daresbury. WG1 was notified by email, and there were no objections. 

2. Chairman’s report. 

The Chairman’s report was circulated prior to the meeting. 

The approach from patent agents representing CNRS regarding the ownership of AmoRe was discussed. Although this situation had been resolved in a satisfactory manner, we must be very careful in future about such issues. Neil Isaacs suggested we should avoid reliance on external software, and rather look to develop our own software. Eleanor noted that it should be written into grant proposals that software developed would be freely donated to CCP4 for distribution. Regarding ownership of the software, we must be careful to state that the cost to commercial organisations is for a license to use the CCP4 distribution, rather than for the individual programs.

Version 4.1 of the Suite was released in January 2001, and preparations for Version 4.2 are underway. There is also a major development to modernise the libraries, with much of the code being re-written in C/C++ and scripting languages being supported. Development of ccp4i has moved to DL. The Molecular Graphics project started in January 2001, and Stuart McNicholas was appointed at York in July. The second appointment with Martin Noble has been readvertised and interviews will take place shortly. 

At Daresbury, Maeri Howard-Eales has replaced Dave Brown following his retirement. All administrative queries, claims, etc should be addressed to her (usual Daresbury address). She was editor for the first edition of news@ccp4, which is a 4-page newsletter aiming to give a quick overview of CCP4 activities. The meeting expressed pleasure at this new production.

Advertisements were placed to find a replacement for Sue Bailey as CCP4 Manager, but there were no suitable applicants. Keith Wilson has agreed to undertake this role for 12 months from January, for 1 day a week. This arrangement will be reviewed in the  summer. 

The meeting expressed thanks to Garry Taylor and Jim Naismith for their organisation of the St.Andrews Summer School, and to Richard Pauptit, Neil Isaacs and Lindsay Sawyer for this year’s Galashiels meeting. CCP4 staff manned exhibitions at several meetings, including AsCA which was considered good publicity in the Asian community. The CCP4 Scholarships have been taken up again this year. Chris Cardin is hosting Mr. S. Thiyagarajan from Madras. There were to be two Chinese students, but one has not turned up due to a lost passport.

3. Financial Report

The final budget for 2000/2001 was circulated. Overall, expenditure exceeded income by 45k. It was noted that the situation would have been worse if industrial income had not risen.

An estimated budget for 2001/2002 was also circulated. It is estimated that expenditure will again exceed income, by about 39k. Support for Yao and Maria ends during this financial year, but support begins for Dan Zhou, Ann Baker, Keith Wilson and Stuart McNicholas. We are also committed to the second Molecular Graphics post, although this may not begin until the next financial year. This increased commitments are partially offset by another expected increase in industrial income.

CLRC allow us to carry forward money, and we still have a reserve (229k at end of  1999/2000, 184k at end of 2000/2001, and estimated 145k at end of 2001/2002). The Executive Committee recommend that we aim to stabilise around a reserve of 100k. With this in mind, it was concluded that we could fund one more post in the coming year.

The Executive Committee propose that the charge to commercial organisations is raised by £500 in 2002/2003 and again in 2003/2004. The increase reflects increasing staff costs, as well as the added value provided by the Molecular Graphics project. The meeting agreed the proposed increases, and felt that the Suite was still good value for money.

The meeting thanked Martyn Winn for overseeing the finances after the departure of Sue Bailey. 

4. On-going contracts

Harry Powell’s contract expires in July 2002. It was felt that he was doing good work on Mosflm, and it was agreed to renew his contract for another three years.

Alexei Vagin’s contract was renewed in October 2001.

Eugene Krissinel’s contract does not expire until August 2003, but it was felt that he was an exceptional recruit, and we should look to renew his contract next year.

A list of  contracts can be found in the Chairman’s report.

5. Election of officers

Phil Evans and Jim Naismith will reach the end of their terms as Chair of WG2 (and ex officio member of the executive committee) and elected member of the executive committee respectively. The meeting thanked them for their contributions. Guy nominated Phil Evans as a replacement for the first position, and this was seconded and uncontested. Similarly, Lindsay nominated Jim Naismith for the second position, and this was seconded and uncontested.

Neil Isaacs' term as Chair of WG1 will expire at the 2003 meeting, and he wishes to step down then. His replacement should be nominated at the next meeting. However, the current grant expires in October 2003, and preparation of the grant renewal should begin in October of this year. Therefore, someone should be in the frame by then to help with the grant renewal, and be the PI for the grant. 

6. Next Study Weekend

WG1 thanked Rob Esnouf, Dave Stuart and Keith Wilson for organising this year’s programme, and  DL and York staff (especially Maeri and Alun) for organising the meeting.

The next Study Weekend will take place on the 3rd/4th January or the 10th/11th January. The meeting expressed a preference for the earlier date, although that will mean organisation staff will need to begin work on the 1st January. The date partly depends on available sites.

Keith Wilson suggested the CCP4 Suite as a topic for the Study Weekend. Talks would be in pairs, with a theory talk followed by a talk on the relevant CCP4 programs. The Proceedings would then form a useful reference manual for the suite. There were objections that the scope was too broad, that not all of the subject matter would be cutting edge, and that the tutorial aspect would be lessened by the lack of computer practicals. 

Other suggestions were molecular graphics (including model building and validation), experimental phasing, and synchrotron radiation. It was decided that molecular graphics may be a suitable topic for the following year, when the CCP4 Molecular Graphics project is further advanced.

Experimental phasing was thought most suitable for the coming year, and could include aspects of synchrotron radiation. The last time this topic was covered was in 1997. Neil McDonald agreed to be a co-organiser. Airlie McCoy was suggested as another organiser (she has subsequently agreed).

7. AOB  

Clarification of eligibility for membership of WG1 was requested. The criterion is that anyone in the UK academic sector who can apply for grants can attend WG1 meetings. In addition, UK industrial customers may attend. Since CCP4 is funded by a UK grant, non-UK persons are not included. 

A list of WG1 members is kept at Daresbury. Corrections and omissions should be sent to Martyn Winn (m.d.winn@dl.ac.uk)

Martyn Winn

January 2002
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