MINUTES OF THE WORKING GROUP 1 

      MEETING OF CCP4  

         HELD AT SHEFFIELD ON JANUARY 8, 1999

Present:  

Neil Isaacs (Chairman) 
Glasgow University    

Eleanor Dodson  

York University

Phil Evans


MRC, Cambridge        

Garry Taylor 


Bath University 

Lindsay Sawyer 

Edinburgh University  

David Stuart 


Oxford University 

Jennifer Littlechild 

Exeter University 

Christine Cardin 

Reading University 

Keith Wilson 


York University 

John Helliwell


Manchester University

Simon Phillips


Leeds University

David Moss


Birkbeck College

Jim Naismith 


St Andrews University 

Ben Luisi 


Cambridge University

Colin Nave


Daresbury Laboratory 

Alan Wonacott 

Glaxo Wellcome 

Richard Pauptit 

Zeneca

David Brown


Pfizer

Sue Bailey (secretary)

Daresbury Laboratory

Apologies:  Leo Brady, Bill Hunter, Geoff Barton, Debbie Harding, Brian Sutton.

1. Minutes of the previous meeting 
The minutes of the previous meeting were accepted as a true and accurate record. 

2. Matters arising from the minutes
2.1.  Salary anomalies. These have been partially resolved, but there is still a problem with promotion procedures as CCP4 staff are processed as CLRC employees rather than getting recognition for CCP4 work. Neil intends to take this up at the CCP steering panel and directly with CLRC.

2.2.  Future of CCP4 meeting. This was held in July.

2.3.  Executive committee appointments (see agenda item).

2.4.  Bath Summer School. The implications of running an annual PX summer School were discussed in some depth. Keith proposed that CCP4 would be prepared to underwrite (in terms of money) an annual PX summer school, and this was seconded by Jenny and Alan and agreed. Garry Taylor will run a school every other year from St Andrews. A second school will be held in alternating years at another venue which should be in the South (Garry thought Leo Brady might be interested in running one). Each school will be for 30 delegates, with the BBSRC sponsoring 8 students. The costs of the school are £250 per delegate. WG1 agreed that the PX summer school should aim to use different industrial sponsors to the BCA chemical crystallography school.

2.5. Increase in charges to industrial charges. Companies have been notified that prices will increase in April. UK industrial groups are now invited to WG1 and WG2 meetings.

2.6.  Framework V. Keith explained that there are no details of EU Framework V available yet, but he agreed to report back when details are available.

2.7.  Renewal of CCP4 grant. The BBSRC grant which supports CCP4 has been renewed for a 5 year period. Neil was thanked for his work on this and Neil also thanked others who had been involved.

2.8.  MAD workshop. This had been held at DL in June, and a report of the workshop was available. John noted that he had had to withdraw his help due to other commitments. Phil felt the workshop had gone well and suggested we run it in alternate years to the ESRF course. Colin asked if it should be a MAD course or more general data collection and said that DL would be sympathetic to running a course every other year. Jim felt a course centred on data collection at a Synchrotron would be most useful. There was discussion on how much beamtime should be allocated for actual data collection from the delegates own samples. Although delegates get good experience from collecting their own data, they can get distracted from other items on the course. Jim proposed that CCP4 underwrite a course at DL every two years, and Alan seconded the proposal which was agreed. Up to £12,000 was agreed for each meeting.

2.9.  Study Weekend. The programme had been organised by Leo and Johan. It was noted that the programme organisers names did not appear on the cover sheet of the Acta Cryst volume of last years proceedings. John agreed that this should be arranged for future years and that that he would speak to IUCR. Neil asked that CCP4 formally record its thanks to Leo and Johan.

2.10. CCP4 in Glasgow. CCP4 has arranged to support a microsymposium (£3000, including VAT), and have agreed to provide bursaries to students and postdocs attending the crystallographic computing school.

2.11. Logo. CCP4 now has its own logo.

3. Chairman's report

The chairman presented the report from the executive committee (enclosed with these minutes) and asked for any questions. 

Points discussed were:

3.1.  A further programming post based at DL. It was agreed that there should be another post on the basis that there is work to be done and that it takes a minimum 6 months to replace a programmer who leaves.

3.2.  The total cost of the EU refinement workshop held in December was £14,000. CCP4 had agreed to contribute the cost of the US speakers which was around £3000.

3.3.  CCP4 has agreed to give £5000 to support the Como meeting and underwrite an additional £10,000 contribution required to reserve the accomodation, which will be repaid to CCP4 provided EU support is obtained. 

3.4.  WG1 agreed that CCP4 should organise to provide fellowships to developing countries to attend the Study Weekend and visit a UK laboratory as explained in the report of the executive committee. The overseas fellows should include one from eastern european countries. We need to be careful that we agree with the national body on the criteria for choosing the candidates. The first step is to consult with IUCR.

3.5.  PX school. Neil agreed to write to the BCA to explain on discussions on this point. (see 2.4 above).

3.6.  Finances. Accounts for the financial year 97/98 and an estimated budget for 98/99 were available. These showed an increasing surplus and some potential ideas for new projects had been discussed by the executive committee. These are: a) to fund Alexei Vagin at York for 1-2 years to develop new dictionaries, b) to fund a person for a year at the EBI to work on low level mmCIF routines, c) further help at York for the GUI, and , d) a person to work on integrating CCP4 with data collection at Daresbury. Initial spend projections for the next 2-3 years suggest that it is feasible to fund all these projects.  

4. Announcement of executive committee posts.

Neil announced that Phil Exans had been nominated and seconded for the post of WG2 chairman, and as the only candidate he would thus continue working in this role. Lindsay Sawyers term of office as member of the executive committee had also expired, and Lindsay had indicated that a less mature candidate should take over. Jim Naismith had been nominated and seconded for this post and as the only candidate, he is the new executive committee member.  Neil thanked Lindsay and Phil for all their work over the previous three years.

5. Temporary appointments (contracts).

Some potential new contracts have already been mentioned (3.6) but if any member of WG1 has other projects then they should approach the executive committee. 

6. Proposal for EM software development

David Moss presented a proposal which had been very recently sent to CCP4. This was from Helen Saibil and was for a person to work on developing EM software and integrating it with CCP4 software (copies of the proposal were available at the meeting). There was some discussion on whether the EM community should form their own CCP or join CCP4 – some of the programs are in common. Keith was aware of a group in Madrid who were applying for EU money to support a similar initiative, (involving Steve Fuller). Dave thought that CCP4 might be able to help in focussing the EM community on collating and integrating their software. Richard asked if we needed a structural biology group of CCP’s to enable software development in NMR, EM and PX to collaborate and communicate. Jim was in favour of the EM community joining with CCP4 rather than having their own CCP. In general, the WG1 was very positive about the proposal, although it was important that CCP4 should be collaborating with the whole EM community and not just one or two groups. The possible high cost of a half –time post at EMBL was raised. It was agreed that Helen be asked to submit a detailed paper to the executive committee who will consider the proposal in detail.

7. Next Study Weekend
The date will be 7/8 January and the venue will be York University which is already booked. Ideas for the meeting centred on the theme of Low Resolution, to include EM, ab-initio phasing and use of envelopes. Possible organisers are Kevin Cowtan, Helen Saibil plus one other, Jonathan Grimes was suggested. These suggestions should be passed to WG2 for implementation. 

8. Any other business

Eleanor asked for volunteers to teach at workshops. Summer schools etc. It is a very demanding role for the week of the workshop, plus it requires preparation beforehand. It was agreed that everyone should email Sue with the names of suitable postdocs or lecturers and these would be passed on to workshop organisers. It would be very good lecturing experience for postdocs.

Neil thanked everyone for attending the meeting. The next meeting will be on the 7th January next year in York.

--- Sue Bailey (secretary)
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