Minutes of WG2 meeting 11 June 2008 at Birkbeck

Present: Phil Evans (MRC-LMB) (chair), Jan White (Sheffield), Paul Emsley (Oxford), Eleanor Dodson (York), Elspeth Garman (Oxford), Clemens Vonrhein (Global Phasing), Arwen Pearson (Leeds),  Frank von Delft (SGC),  Khushwant Sidhu (Leicester),  Alun Ashton (Diamond), Luke Kontogiannis (MRC-LMB), Andrew Purkiss-Trew (CRUK), Peter Briggs (DL), Charles Ballard (DL), Norman Stein (DL), Nick Keep (Birkbeck)

Apologies: Martyn Winn, David Robinson, Lindsay Sawyer, Rasmus Fogh
Minutes of Previous Meeting

The chair accepted these as a true record.
Study Weekend (note Sunday 4th  Jan 2009 – Monday 5th)

Clemens Vonrhein gave a presentation outlining the proposed program for the study weekend. The plan was to interleave talks on Radiation Damage and Experimental Phasing, in order to emphasise connectivity. The issue of whether there would be an extra Introductory session was raised: this might be an opportunity to ensure that delegates understand Argand diagrams as an explanation of phasing methods before the main session. There were practical problems involved in staging this in parallel to the Synchrotron Users group meeting on the Saturday: a fixed amount of accommodation had been booked for the first night and students will only have one night's accommodation paid for.  Including it as part of the Introduction of CCP4 session was also problematic - many people will only arrive at 11.00am on Sunday, particularly those travelling by car.  It was agreed that there would not be a separate session, but that the first speakers should cover the introductory material. The paper by Garry Taylor would be included in the pack distributed to delegates with instructions that they should read it beforehand. 

A mixture of 20 minute talks and 10 minute case studies was planned. The latter would require strong chairmanship to ensure speakers kept to time. It should be compulsory for all speakers to submit a written version of their talk for the proceedings. A list of speakers who the organisers definitely wanted to invite was given. There was another list of possibles, but this was not shown, as to do so was felt to be invidious. The first set of 15 invitations would be sent out shortly to determine if the speakers were available. Another set of invitations would follow. The invitations would specify that the talks should be didactic.

Frank thought that a session on assessing your data to determine if you had a derivative was very important. There should be a talk on crystal preparation, including older methods, such as Hg soaking.

There were proposals that various speakers be allocated 30 or 45 minute talks, especially those asked to present introductory material. Paul suggested a talk about Crunch, while Frank proposed a talk on gel shifts. A talk on SHARP or SOLVE (but not both at once) was also mooted. It was agreed that there should be a talk along the lines of 'How I went wrong but eventually got it right in 27 different cases'.

Elspeth thanked the meeting for their suggestions and welcomed more.  She said the proposed plan seemed sound so the organisers would stick to it.  She asked if there was money available to invite a fourth US speaker. Charles thought there was.

Shirley's document outlining administrative issues was circulated. Shirley and Damien had visited Nottingham and found that the conference centre was very good, but the accommodation and the attitude of the staff were poor. As a result 10% of the room bookings have been cancelled and the speakers will be accommodated in a hotel. The facilities in the residences were considered very basic and were compared unfavourably with York. A new conference centre has been built at York. Eleanor undertook to enquire as to its suitability for future Study Weekends.

Java Loggraph

Pete gave a presentation on Francois' work on Java Loggraph. There are currently three versions of loggraph - replacement by Java Loggraph is intended to reduce the maintenance and development overhead.  Four different layouts for graphs and tables were demonstrated. It was thought important that the graph and table information be kept together. A tree structure, with expandable titles if and only if there is more than one graph in a given table, was favoured.

The new table layout was criticised. Introducing lines into the tables was felt to add unnecessary clutter. Moving the legend to avoid clashes was approved of. 

Phil said that loggraph was quite constrained in what you could to do. A table contained one column of x values and one or more column of y values. One couldn't have a second set of x values. It would be a good idea to have a data break tag to allow for more than one set of column data.

Paul thought that fill colour, outline colour and penwidth should be included.

Clemens suggested that 3D plots could be included in the design. He wanted to see proper symbols for squares, square roots etc. and suggested Latex format be used to generate these. There was concern that these would make the text file less readable. 

Alun said that a display and analysis tool had been developed at Diamond that could do much of what was envisaged for Java Loggraph. He thought that it might be too bespoke for CCP4, but that the developers thought that creating a loggraph equivalent would take about three weeks work. It made extensive use of existing tools (JFreechart) which would introduce another dependency into the suite. It was noted that Java itself is an extra dependency. It was suggested that Francois should visit Diamond to investigate.   

Frank observed that Java was not standard on Linux. In this respect it was no worse than blt. However one could install blt as admin and it was then available for all users. We need to figure out a way of doing this in Java. It was noted that there is no 64 bit version of Java.

Clemens asked if there would be a C library function to generate the tables. It could for example, determine the format and ensure that there are spaces between columns.  This was thought to be a separate issue from displaying the data in Java Loggraph. Eleanor is pressing Norman to develop such a library, using elements from Ctruncate. 

Harvesting

Norman explained that the harvesting routines are written in Fortran, which hampers their use with new C++ programs. He asked how important they were. Paul thought that harvesting had been largely superseded by pdb_extract. Frank said they were not useful because each run wrote to the same file and one didn't know in advance which run would produce the 'final' data. Phil thought that the pdb didn't use any of the harvest output from Truncate, though the harvest output from Scala was important. It was agreed that rewriting the harvesting routines in C++ should not be a priority.
Release

Charles gave an update on progress with the release. A new test release was due out the following day.  The size of the tarball (currently 820MB compressed, 2.5GB uncompressed) is a problem, which may force us to consider alternative means of distribution.  The size increase is mainly due to the Balbes database.

York complained that several different test releases had been labelled 6.0.99d, causing confusion. The dbhandler and filebrowser both seemed slow. At the APS the handler fell over all the time. This may have been a Python 2.5 issue. The move towards a rolling release was not universally popular.

Frank found the autonaming of the output files from ccp4i confusing: he wanted the job number included in the name. 

Eleanor said Refmac-twinning is ready for inclusion; there have been no significant bugs for 2-3 weeks. The meeting thought the Balbes database should be stored at the pdb, not on every individual user's machine. 

Paul said the next version of Coot was due end July. Charles thought this soon enough for inclusion in the main CCP4 release.

Wiki

Phil explained that there are two Wikis: ours, to which developers can contribute, and Kay Diedrichs', which is open to anyone to contribute. Our wiki contains instructions on how to run programs, with links to the CCP4 documentation. It was noted that the CCP4 home page links to documentation for the last full release and is therefore out of date; the link to the latest documentation is more obscure. Some of the examples are also out of date.    

AOB

Phil said he didn't like the use of Clipper style column names in Ctruncate. They were designed to emphasise groupings between columns, but were unintuitive and rather long, so might fall foul of the 32 character length limit. Norman agreed to switch to more traditional names.

Phil noted that this would be Pete's last WG2 meeting, and the meeting thanked him for his contributions over the years.
The date for the next meeting was not set. It may be subsumed in the CCP4 developers meeting in September.
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