Notes from Exec/Stab meeting, Manchester Airport, 04/12/07

Present: RMK, MDW, KC, SP, AL, RR, EJD, KSW, AM, MN, PJB, CCB, PS, JN, TS, GNM, GE, PE

Based on notes by Martyn Winn, amended by KSW.

Finance

See Charles' Financial Report. 

FEC will be applied from Oct 08 for new contracts and established staff, but not for on-going contracts. Need written confirmation of this between Jim and Richard Blake for STFC contracts, the aim being to keep in line with university deals. ACTION: Jim to write to Richard Blake.

The finance figures don't include the vacant automation post. They assume a transfer of all core staff, but there is no contingency for covering loss of skills.

We may have to pay for liabilities, i.e. unpaid invoices dating back to 03/04. Of these, £94k are in arrears by more than 12 months. So far £35k has been written off. ACTION: CB to provide updates on progress with this.

We have a current projected underspend of £77k for 07/08 but this will be used in covering the liabilities.

With proposed contract extensions (Liz, Stuart and Swanand Gore), and the need to write-off liabilities, finances are likely to be very tight for 08/09. However, there should be enough flexibility in income/expenditure to cope with this, and the situation improves in later years as other contracts end.

JN noted out that any potential overspend would have been covered by the monies which we compelled to write off at the time of the transfer to CSED and that we currently have no way to carry over any reserves for such contingencies. 

Relocation to the Research Complex

SP has been appointed as Director of the Research Complex. The RC is due to open in late summer / autumn of 2009. It will contain part of the OPPF, and a part of SP's group. BBSRC will shortly announce a scheme for other groups. So Iwata's group is located in the Diamond laboratories adjacent to the ring.

CCP4 core staff (MDW, PJB, CCB, MH, RMK, FR) are still awaiting formal offers from HR in RAL following face-to-face meetings in March 07, although CCB has seen a draft of his. STFC have agreed (Autumn 06) to finance the move of these named staff. Decisions are particularly urgent for MH, RMK, FR whose contracts expire in Oct 08. ACTION: SP will chase HR at RAL.

Space agreed in Diamond House until RC open. Individual staff decisions will depend on personal finances and having a clear idea of their future role in the group.

Licences

Paul S summarised the current CSED view on licensing. There have been two objections to (L)GPL from STFC (Linda Baines): (1) giving away IPR and losing commercialisation possibilities, and (2) exposing STFC to liabilities. CSED have probably got agreement that CSED management can address the first issue, i.e. make the judgement call on when open source is appropriate. Objection (2) is more difficult, and Richard will not go against explicit legal advice.

There was then a lengthy discussion on (L)GPL v3. This allows localisation of liabilities, thus addressing Linda's concerns that the US-style v2 gives no protection under English law. The indemnification clause in the current licence is there because of the weak liability protection, and provided the latter is sorted then the former could be removed (as it has been for the Phenix agreement).

We need to check that distributing CCP4 libraries under LGPL v3 would be acceptable to our developer community. In particular, it would be incompatible with (L)GPL v2 software. Kevin/Paul think that all dependencies in Coot can be distributed under v3, but this must be checked. ACTION: PE and KC to confirm with JN by Friday Dec, 7th that they have no problems with the proposal to release the libraries under LGPL v3 and that they will then use the version 6 libraries rather than externals such as GPP4. 

We have agreement to re-distribute MMDB under any terms we choose. Eugene followed our licensing model through convenience rather than necessity. We should nevertheless communicate our intentions to Eugene / Kim. ACTION: JN to confirm this with Kim and Eugene asap. 

PS will probably meet with Linda next week, and needs a clear steer on what is acceptable to CCP4 developers. ACTION: JN will collate opinions and pass to PS.

MG, Coot, GUI

A "graphically rich user experience" was proposed in the grant application. Implementation toolkits are a limitation of MG, but should be addressed by a move to QT. 

There was a feeling that things were now progressing better. There were 109 citations to-date for the two MG papers. MG developers should consult with users more. What are the future needs, e.g. editing of MR models, viewing of PISA surfaces, annotation (cf SGC's iSee), etc. Also remember that users include non-PXers interested in structure analysis. 

Paul is being asked to put more graphical options into Coot, e.g. ribbons. So far he has implemented (but not released): movies, surfaces, multiple representations, atom selection.

MG developers (LP and SM) are funded until end of 2008. Should we continue to support MG as a stand-alone product, and at what level, or look to integration with Coot.

WP reports

These reports constitute the agreed 3-monthly reviews. The next meeting will be the annual developers' meeting in March in Coseners House.

The WP reports were summarised by the coordinators present. The meeting also discussed the organisation of CCP4 activities into work packages.

A discussion of which meetings to fund/organise would be rolled into the finance report.

There would be a new WP0 to cover core activities. Keith would lead WP0 based on his visits to DL.

WP1 is a recently invented WP with a broad remit. Libraries were placed there for want of another home, but will now be moved to WP0. A major advance in WP1 is Pete's Baubles logfile processor. The meeting agreed it was a good platform for the next 2-3 years, pending the arrival of the next generation GUI. Nevertheless, finalising the DbHandler is Pete's top priority at the moment. Kevin is progressing the Wiki, but is struggling to find the time.

WP2: Francois and Graeme should be added to the contributor list. There was a discussion of XIA2 which had not been included in the WP report. GW had spent half a day with Johan in York testing XIA2 on a number of datasets, and an email report from Johan was read out. XIA2 had performed OK, especially with XDS, was easy to use, but was felt to be slow. It wasn't any better than an expert crystallographer, however the target audience is the inexperienced user or the busy industrial user. ACTION: JN suggested finding out what Ashley Deacon (JCSG) was doing.

WP3-WP6: see distributed notes

WP7 will be moved to WP0 (core), since there is no particular tasks associated with this WP.

WP8 is another recently invented WP, but it was decided that its activities were covered by other WPs.

Before the next meeting (March) chairs are to set up meetings, possibly by video, and pass to reports to the Exec highlighting any issues. ACTION: KSW to remind WP chairs at end of January to ensure these video/teleconferences actually occur and that the WPs are really active. 

Several participants said the WPs were a good step forward. 

AOB

It was decided that Alun Ashton (DLS) should be involved more closely with CCP4 activities. 

Closed session

Main decisions:

1. No to XIA2 proposal. The decision was based on limited funding and MG as the preferred priority. Data processing efforts will continue to be developed around MRC-LMB (imosflm, pointless, aimless, etc).

2. 1 person for 3 years to work on MG, connecting it closely to Coot. It was never the intention to maintain a high level of funding after product development. This post will be Stuart at York for 3 years, working with Paul, Kevin and Martin. Meanwhile, Liz would be funded for 3 years to work on the next generation GUI. 

3. There was concern the workload on the core staff has grown. EVERYONE stressed that the core staff work extremely hard. However there is clearly a need to evaluate properly the split of time between support, core programming and research activity of the core group. ACTION: MW will document core activities and give estimates of effort required, in readiness for the March meeting. ACTION: KSW will use the WP0 to pursue this point. 

