STAB TC 21st June 2006 (11am -12.30pm)
Present: Tadeusz Skarzynski (chair), Charlie Bond, Peter Briggs, Paul Emsley (from 12.10pm), Gwyndaf Evans, Airlie McCoy, Martin Noble,  Keith Wilson.
Agenda:

1.
Future of CCP4 GUI

2.
AOB

1). Future of CCP4 GUI

TS opened the meeting by reminding everyone that at the last STAB teleconference it was decided that another TC was required to discuss further development of CCP4 GUI, as one of the major CCP4 projects. He asked PB, a chair of the new GUI Working Group, to introduce issues for discussion.
PB said that he wanted clarification on two main points:
1. The remit of the GUI working group

2. The plans for the CCP4i

In response, the remit of the working group was described as a continuation of work on the main CCP4 graphical interface (currently CCP4i) and coordination of other GUI efforts within CCP4 under the guidance the STAB. The chairman of the working group is to coordinate the work amongst the different contributors. The Executive's role is to allocate resources to the projects as suggested by the STAB. The chairman is expected to produce quarterly summaries of WG activities and present plans for future work.
Then followed a discussion about the plans for CCP4i. The fundamental question was how the new automated pipelines can be fitted into the GUI. PB said that there was currently a lack of information from developers about what is required for a GUI to these pipelines. 

CB raised the issue of the look-and-feel of graphical interfaces within CCP4. He gave the example of superposition, where there should be one solution to user input that is adopted by all developers. KW noted that it was difficult to influence developers on any aspect of their work, but that CCP4 could try to set some standards. MN said one 

of the major problems for getting similar look-and-feel for the graphics is that Liz Potterton (CCP4mg) and PE (Coot - note, PE was not present at this point in the discussion) had very strong and very different opinions on graphics. MN also said that the look-and-feel of graphics interfaces is heavily influenced by the choice of toolkits, 

and rarely is the choice of toolkit acceptable to all. He gave the example of sequence browsing, where sliders are different in different toolkits. 

AM asked whether the new interface should be based on a molecular graphics program. CB thought it would be a mistake to make the primary interface though graphics, as remote access should be considered. 

It was agreed that CCP4mg and Coot needed to be made interactive with the CCP4 database, so that there is the ability to e.g. edit structures for MR and have a record of this in the database.
TS asked if the new CCP4i should be based on the old CCP4i, either in look-and-feel or via the code base. It was decided that the new GUI for automation should involve a complete rewrite of the interface. AM pointed out that this new automation GUI need not perform all the tasks of the current GUI, that specialist user options in particular 

need not be made available in automation pipelines. There was thus going to be a role for the current GUI alongside and automation GUI. 

It was thus agreed that the current GUI should undergo limited development and then only be maintained as "CCP4i classic". The new mosflm interface was suggested as a working model for such a new "CCP4i auto".

GE asked about the interface of the new GUI to beamlines, to the LIMS development being undertaken at Diamond, and whether it should be a generic CDA. KW said that in principle this was an excellent idea, but was a step too far to consider at the moment. The new CCP4i should be only be directly concerned with crystallographic automation.
The conclusion of the meeting was to recommend the following work plan: 

CCP4i-classic 

A new version of the CCP4i should be released to users at the end of each of the three steps below:

1. Reorganisation of the existing tasks to make them more understandable as a pathway to structure solution for users and particularly students. This work has already been discussed in detail with Charlie Bond and a draft reorganisation available online. It was agreed that this was an excellent layout. The new organisation of the tasks is almost ready for release.

2. Reorganisation of the database along the lines being developed by Wendy at the moment. It is anticipated that this will take approximately 6 months.

3. Feedback between CCP4mg/Coot and the non-graphical software and the database. This will require substantial new code development, and is about 18 months away from release.

At the end of this work the CCP4i-classic should be left in good shape to enable it to be maintained but not undergo further development.

CCP4i-auto

Work should begin now in considering options for the look-and-feel of a new CCP4i that is designed for greater automation of crystallography. Initially, the mosflm GUI could be used as a template for development, although several different models will probably need to be taken forward for user trials before one is chosen. 
It is expected that the lag time for the development of this GUI may be several years, and it is therefore important that the Executive consider what resources should be allocated to this project as soon as possible.
2.) AOB  
GE proposed that "in order to define the STAB’s existence better we should have a “terms of reference” document in which our remit and reach is clearly defined."
It was agreed that GE will produce a draft of the document, which after consultation with KW will be presented for email discussion by STAB and sent to the Exec for approval.

GE also raised the issue of structure validation within CCP4. He suggested that "validation should be dealt with as a stand alone issue and incorporated into a set of tools or library that can be then called from any CCP4 program that wishes to use it. I agreed with Keith when he said that this should ideally be done together with the EBI MSD people so that we are providing structure that have been appropriately validated in preparation for deposition." Due to the time constraints, the issue will be discussed at the next meeting.
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