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History and Progress
· This document originally came out of an informal meeting between Peter Briggs, Eleanor Dodson, Keith Wilson, Charles Ballard and Martyn Winn at Daresbury Laboratory on 27th February 2007. The discussion looked at various aspects of the current CCP4i in an attempt to identify and classify possible updates and new features.
· Subsequently Eleanor and Peter met again at Daresbury 16th May 2007 and continued the discussion.

· A CCP4i “microworkshop” was held at Daresbury on 11th-12th June 2007 which aimed to address minor “niggles” and bugs that have accumulated in CCP4i. Users were represented by Eleanor Dodson and Pierre Rizkallah, who fed back to programmers Martyn Winn, Francois Remacle and Peter Briggs.
Introduction

In June 2006 the CCP4 STAB in June 2006 made a decision to split the future CCP4 GUI developments into two strands:

· A “CCP4i-classic” that would be an enhanced version of the existing CCP4i, with three additions: 1) improved presentation and reorganisation of the modules and tasklists; 2) integration with the database handler; 3) feedback between CCP4mg, Coot, non-graphical software and the database. Only maintenance-level changes should be made to CCP4i after this.

· Development of a brand new CCP4i “designed for greater automation of crystallography” (christened “CCP4i-auto”). This was seen as a long term project.

The STAB minutes with these decisions are included as an appendix to this document, or otherwise can be found on the web at http://www.ccp4.ac.uk/wg/datafiles/STAB_TC_210606.doc. 
This document is principally concerned with the plans for “CCP4i-classic”. Three principle types of development have been identified:

· Maintaining the existing CCP4i
This will encompass addressing so-called “cosmetic” bugs and niggling problems along with relatively minor updates, enhancements and extensions to existing interfaces and functions.

· Incorporation of limited major new functionality

These are the specific new functions previously requested by the STAB, namely:

1. Improved presentation/reorganisation of the modules and tasklists

2. Integration of CCP4i with the database handler

3. Feedback between Coot, CCP4mg and CCP4i’s database

· Assessment of proposed new functionality

These are more substantial proposed changes or extensions to the current CCP4i, which may be considered for implementation in this version or else should be put forward as proposals for the next CCP4 grant.
The following sections outline the different enhancements or changes suggested for each category of development.
Maintaining the existing CCP4i
A number of areas have been identified for attention in the current version of CCP4i:

· Mismatch between default parameter values in CCP4i and the programs

e.g. some default parameters in the SCALA interface no longer agree with the defaults set in the program 

· Some useful program options not interfaced

e.g. the anisotropic analysis of SFCHECK is not currently interfaced
· Minor additions to the existing tasks to make them more useful

e.g. automatically recombining MTZ columns into output of Refmac

· Input and output files are occasionally not added to the CCP4i database

e.g. this means that some files are not easily accessible via CCP4i.
· Wording or ordering of options is sometimes unclear

e.g. is LIBOUT in the REFMAC5 interface an input or an output file?
· Improvements to supporting functionality

e.g. making loggraph capable of displaying XMGR output files from Scala

Plans

Eleanor and others have already identified a number of these relatively minor issues, however there have been problems with both communicating the precise difficulties back to DL staff and with prioritising these fixes over other tasks.

In order to address this we have agreed to hold a small intensive hands-on workshop session over two days (proposed dates are 11-12th July) at Daresbury, with three key users (Eleanor, Johan Turkenburg and Pierre Rizkallah) showing the Daresbury programmers (PJB, MDW, FR) the various problems in the interface. The programmers will then attempt to fix the problems identified at the time with input directly from the users. (This approach has proved effective in the past for PJB working with Eleanor and Garib & Roberto Steiner.)
Ahead of the meeting Eleanor will canvas the BB for people to send her their CCP4i problems, which she will then collate and bring to the workshop.
Issues that cannot be resolved during the workshop will be recorded and follow up action will be determined.

The table below lists some of the minor problems previously identified:

	Reported By
	Issue
	Status

	MDW
	TLSANL could tacked onto the end of the REFMAC task
	

	EJD
	Within “Data Reduction” specifically: change title of “Import Merged Data” task to “Import Merged Intensities”

Then: within this task, add “Scala” to the list of programs from which to accept scaled & merged data.

Since this task runs Truncate, this should make the “Convert Intensities” (i.e. TRUNCATE) task redundant.
	

	EJD
	EJD: “ImportScaled” (or indeed anything that runs TRUNCATE) should have “Keep input intensities in the output MTZ file” turned on as the default.
	

	EJD
	EJD: new Acorn needs NTRY keyword to be interfaced.
	Done (June 2007)

	EJD
	Matthews_coef needs an option to input sequence and then automatically estimate the molecular.
· EJD supplied new program SEQWT to estimate mol weight from sequence file, and updated PDBSET to estimate mol weight from the sequence of a PDB file. PJB then interfaced these in CCP4i
	Done (June 2007)

	KSW
	loggraph should display title, legends and label as bold face (currently it is “normal”) and increase the font size e.g. from 14 to 18.
	Done (June 2007)

	PRE
	Could loggraph be modified to display the NORMPLOT, CORRELPLOT and ROGUEPLOT output files from Scala? These are written in xmgr format.
	

	PJB
	PJB: there are issues with launching HTML/web browsers.
	

	EJD
	Extract the pseudo-translation and twinning information from the SFCHECK logfile.
	

	EJD
	Anisotropic correction to be used in ACORN: as far as we’re aware Phaser is the only program that offers this. Options are to either add a new option in the ACORN task interface, another is to make a new task (appended to the end of the “Data Reduction” module).

Factors to consider: has MDW already looked at this for Mr_BUMP? Will Kevin Cowtan add this functionality to Clipper utilities?
	Done (June 2007)

	EJD
	“Sfcheck” and “Molrep” have Postscript files as output but there is no default file name suggested – there should be a default name.
	Done for Sfcheck (June 2007)

	EJD
	SFCHECK has an option to write out an aniso corrected set of Fs as a CIF file; however this option is not available currently through CCP4i. Additional functionality could also be provided to convert this into MTZ format.
	Done (June 2007)

	EJD
	SFCHECK can write out a reflection file with twinning corrected structure factors, however this option is not available via CCP4i at present.
	

	EJD
	Consider whether it is necessary to have “Convert Intensities” (TRUNCATE) as a task separate from “Scale and merge…” (SCALA) in the “Data Reduction” module
	

	EJD (PJB)
	Implementation of a general “Data Analysis” task, to include the data analysis component of the Truncate output, plus SFCHECK (this does Patterson and twinning check), Matthews_coef and possibly self-rotation.

PJB has looked at this last year with Charlie Bond so we could compare.

EJD already circulated notes 27th February 2007
	

	CCB (PJB)
	Consider improvements to make the existing CCP4i “notebook” functionality more useful, by assigning it greater prominence and making it easier to use.

Possibly this will happen as a result of the BIOXHIT database work.
	

	EJD
	The Refmac5 program doesn’t transfer “additional” columns from the input MTZ file into its output (only F/SIGF). Consider implementing an option in the Refmac5 interface to use e.g. CAD to copy the additional columns back in again.
	

	EJD/others
	The defaults values in some tasks no longer match the defaults for the underlying programs.
	

	EJD/others
	Some tasks don’t always record all the associated input or output files in the database – the files exist but can be harder to find. 
	

	EJD
	Clarify the meaning of LIBOUT in the REFMAC5 interface (is it an input or an output file?)
	Done (June 2007)

	EJD/PRE
	Pointless “Test alternative indexing” interface: allow multiple input files to be specified, with the interface testing the indexing for each and then combining the output files into a single MTZ using SORTMTZ at the end.
	

	EJD
	Matthews task shouldn’t need an MTZ file as mandatory input.
	Done (June 2007)

	EJD
	In CAD, offer the option to do a Patterson calculation (c.f. the Patterson calculation option already offered at the end of the Scala task).
	


Changes requested to externally maintained tasks

A number of significant interfaces are not maintained by the Daresbury group (e.g. ARP/wARP, Molrep, Phaser, Clipper). The suggested changes/improvements are listed below but no mechanism has been considered for making the maintainers aware of the issues.

	Reported By
	Issue
	Status

	EJD
	Folders in molrep are in the wrong order e.g. choosing spacegroup is too low down in the task.
	

	EJD
	EJD has suggestions for improvements/fixes Phaser and Phaser task (e.g. hardwired output filename and column label) but this interface is maintained by Randy’s group?
	

	EJD
	Pirate writes out H-L coeffs but ACORN needs Phase and FOM so you need to run another Clipper utility if you want to use Pirate phases.
	

	EJD
	Also from SFCHECK output: the postscript is hard to read for some users because the font can appear to be very small. Also postscript format is not easy to search.
	

	EJD
	“Molrep” has Postscript file output but there is no default file name suggested – there should be a default name.
	


Agreed Major New Functionality

There are three major new functions requested by the STAB that have been agreed for implementation:

1. Improved presentation/reorganisation of the modules and tasklists

2. Integration of CCP4i with the database handler

3. Feedback between Coot, CCP4mg and CCP4i’s database

Each of these is covered in detail in the following subsections.

Improved Presentation and Reorganisation of the Modules and Tasklists

There is a document detailing the proposals on the web (see http://www.ccp4.ac.uk/peter/ccp4/ccp4i_modules.html) however: essentially this is a change to allow groupings of tasks into “sublists” or “subfolders” within the existing “modules” lists of tasks.

A prototype implementation exists that has been approved by Charlie Bond, Eleanor Dodson and others. The following actions now need to be taken:

1. Full implementation of the underlying code changes required to enable subfolders within CCP4i, followed by

2. Agreement with user advocates on how the contents of the modules and tasklists should be rearranged within this new scheme
Plans

PJB will do the work on fully implementing the code changes before the workshop in June (see previous section). Suggestions from the workshop that relate to this redesign will be noted.

Once the code changes are implemented, EJD will come up with an initial redesigned scheme for the tasklists which can be critiqued by other users. Initial consultations on this could be most efficiently performed via email. An assessment will be made about whether other types of consultation (e.g. a workshop) should follow on.

The table below has some of the suggestions for redesigns:

	Suggested by
	Proposed redesign

	MDW
	Location of the “MTZ import” should be perhaps also be in “Data Reduction” module?


Progress & Status

· June 2007: PJB implemented most of the required code changes in a CVS branch. Still to do: update the remaining functionality (task install/uninstall facilities to accommodate folders), merge changes into main CVS branch.

Integration of CCP4i with the Database Handler

This is a BIOXHIT deliverable. It requires that CCP4i is modified to use the database handler to interact with the database. PJB plans to integrate the handler into CCP4i sometime in the summer (this should be scheduled).
It is not clear at the moment whether this integration should be targeted for the CCP4 6.1 release.

This is a significant change to the core of CCP4i and must be done with care. Also there must be sufficient time allowed for proper testing of the changes. If it is not robustly tested then this has the potential to detrimentally affect the usability of CCP4i and the integrity of user’s project data. This therefore may have implications for the release timescale of CCP4 6.1.
Related to this is a request to also include the graphical job history browser “dbviewer” from the BIOXHIT work.
Feedback between Coot, CCP4mg and CCP4i’s database

There a number of aspects identified here:

1. Make it easier to launch Coot and CCP4mg to view the output of particular jobs in CCP4i (most significantly from Refmac5) directly from within CCP4i, preferably via a single mouse click

2. Make it possible for Coot and CCP4mg to leave a record of what they have done (and the associated files) within the CCP4i database.
3. Make it possible for Coot and CCP4mg to access the CCP4i to find data files and other information automatically without significant user intervention.

At the March 2007 CCP4 Developer’s meeting, a “quick and dirty” implementation of #1 was actioned and could be ready very soon.

#2 and #3 require that the database handler is robustly tested and properly integrated into CCP4i. It will then be up to the developers of Coot and CCP4mg to commit to using the APIs for the database handler in order to make these possible.

Proposed New Functionality in CCP4i
Various new functions have been suggested/requested by various, which are more major than the maintenance issues in the previous section but less significant than the agreed new functionality requested by the STAB.

The proposals should be assessed in the context of the agreed work, and are not guaranteed to be implemented. They should also be considered for inclusion in proposals for CCP4i-auto.
The table summarises the various proposals; they are unsorted and unclassified at present.
	Requested by
	Proposal
	Status

	MDW
	Coordinate utilities: stuff from Eugene like pdb_cur and ncont (?) are only partially interfaced or not interfaced at all
	

	EJD
	Consider replicating functionality in DISTANG that allows resetting of atom radius (RADII Calpha) in ncont
	

	EJD
	REFMAC task to give a list of bad contacts, e.g. by using standalone Coot validation tools. MDW: would like it to be a function that is bundled at the end of the refinement task i.e. an additional analysis step.
	

	EJD/KSW
	SFCHECK – at present it writes a log file called e.g. “/tmp/ccp4/MurE_48sfcheck.log”, as well as the standard log file in the jobs list. Consider adding the extra content of this “/tmp/ccp4/MurE_48sfcheck.log” to the standard log, as it contains more information.
	Done
(June 2007)

	MDW/RMK/(CCB)
	When a task adds output directories to a job (for example Mr_BUMP, ARP/wARP, CRANK, SOLVE/RESOLVE), it would be useful to have a good way of browsing the contents of those directories directly from the “File Views From Job” menu.
	

	JN (CCB)
	Function to allow transfer of external task interfaces (e.g. ARP/wARP) to the current installation from earlier installations of CCP4 on the user’s system (“Task reinstaller”)
	Done
(April 2007)

	EJD
	Consider separating the twin functions of the TRUNCATE program (conversion of data and analysis of data quality) into two distinct interfaces (currently they are in a single interface).
Incorporating the rewritten TRUNCATE fit into CCP4i may impact on this proposal.
	

	(PJB)
	An interface will be required for Norman’s rewritten TRUNCATE.
	

	(PJB)
	Considerations about fitting in Phil’s update of SCALA
	

	EJD/MDW
	Improvements to the “Search model preparation” task

Essentially it is proposed that this become the same as the model preparation step of the Mr_BUMP task i.e. generates a set of search models.
The aim would be to have a “search model” task at the start of the molecular replacement module which would get information on potential models, and that can be used even before you have any experimental data (i.e. sequence based)
	

	EJD
	Improvements to “Sort/Modify/Combine…” task in the Data Reduction module

is a subtask of the Scala task.

Generally it’s a bit of a dog’s breakfast, maybe we need to split it up? Have a different/better interface than the general “batch” driven approach.

But: does POINTLESS make this redundant? We should get input from Phil Evans on this.
	

	(MDW)
	Proposals for “basic”/”expert” modes of running CCP4i (see MDW’s summary of the CCP4bb discussion on this topic in the appendix)
PJB: this doesn’t seem like a good idea to me, because:
· There is no reason why an “expert” user of e.g. Refmac couldn’t simultaneously be a “basic” user of Phaser

· CCP4i already allows for a finer tuning of “basic” and “expert” levels within task interfaces – the original design suggested that only basic options should be visible by default, with advanced options hidden from initial view but still easily accessible.

I think that we can satisfy the perceived need for “basic/advanced” mode by improvements to the existing interfaces, bringing them more in line with the original CCP4i philosophy, and by checking that defaults are still sensible.
	

	RMK (PJB)
	Consider CCP4i “remembering” more of the user’s settings (e.g. the size of the main window, preferred sort order in the file browser) between sessions.
	


Long term enhancements

The following are various unstructured notes and comments about various proposals and issues which should be considered in broader discussions

Improving the presentation of the program output

This is an area that CCP4 is extremely deficient in, and I would argue that past attempts at providing a technical solution (e.g. SUMMARY tags, HTML markup) have had extremely limited success and have not materially improved the situation for the end users.
What is required is a robust way of presenting the output from programs (logfiles and other data) in a much more user-friendly fashion. My proposal is that CCP4 needs a “smart logfile browser” which:
· Gives a userful summary of the programs run, and the key/significant results from each

· Allows loggraphs to be viewed inline

· Flags up areas for concern (e.g. Refmac Rfree increased? Twinning is likely?)

· Provides appropriate links to detailed documentation explaining the significance of the values and graphs to non-experts (e.g. link to background on the cumulative intensity plot or Wilson plot).
This is a significant new project, because it as much about analysing the output of the programs as it is about solving the technical challenges. PJB’s SMARTIE Python library could be extened and used a platform to beginning an investigation of how to go about doing this. However it is clear that a technical solution alone is not sufficient to address the issues.
Educating users about what’s already in CCP4i
There were some tangential points raised during the discussions, about getting the most out of the existing CCP4i. What level of expertise should CCP4i be aimed at? How we make sure that people are aware of the new features once they are added (for example, Eleanor wasn’t aware of the “Database Sort/Search” function until this meeting, but it has been in CCP4i since release 6.0 was made and has been advertised in various talks, newsletter articles and workshops).
Some of the points raised are summarised below:
· We need to acknowledge that the majority of users are not generally expert crystallographers; they are trying to do a lot of different things of which PX is only one part. We should assume that the majority of users are relatively inexperienced, and so we should provide validation/analysis tools before and after each major step.
This is a philosophical issue that needs to be considered in the design of future interfaces/software.
· There are a lot of functions in the current CCP4i which might be useful if people knew about them (e.g. the Database Search/Sort mechanism already mentioned). These new functions are documented, advertised (e.g. in the newsletter), and publicised (e.g. at conferences, demos and workshops). How else can we educate people about new functions?
· The text on the buttons in the tasklist is not always optimal.

· The task titles appearing on buttons are not always descriptive enough but there isn’t sufficient space to write longer (and better) titles.
· For users, the purpose of the task should be prominent e.g. “automated molecular replacement”, however for program authors it’s good if the title is e.g. “Mr_BUMP”. So we need a way to reconcile these conflicting demands.
· It’s not clear which programs a task will run, although this could be addressed to an extent using the existing “bubble help” messages and simply improving/extending the text.

· We could have different views of the button text: in one mode it gives the task title e.g. “Scale and merge…” and in the other mode it says “SCALA/TRUNCATE…”

· Experiences at teaching workshops suggest that some new users of CCP4i people had difficulty understanding the idea of projects and directories within the system. Possibly users don’t need to be exposed to the inner workings of the system (for example, maybe warnings about making new directories and the database directory are not necessary for most users?).
Also, maybe CCP4i could automatically set the directory path based on the project name (e.g. by default put project JUNK as a subfolder of $HOME or “My Documents”) relieving the user of the necessity of typing it in

· Improving the output presentation (see previous section) to allow links to existing documentation would enable us to give inexperienced users hints about what they need to look at (and why).
Things that weren’t discussed

These are PJB’s observations made while editing these notes, and should be incorporated into the other sections later.

Communications between Coot, CCP4mg, CCP4i – it would useful to be able to move between different applications more easily. PJB and Liz Potterton have discussed some ideas about this.

Resource manager: possible route for migrating from existing CCP4i to a new version, the resource manager would be a non-graphical server process that could manage interactions between other processes (programs, scripts, interfaces) regardless of what language they were written in. This would enable the creation of a new CCP4i that could reuse a lot of the existing version without being bound to them.
Many of PJB’s ideas were described at the last York developer’s meeting, see http://www.ccp4.ac.uk/peter/presentations/ppt/CCP4_Dev2006_ccp4i.ppt (slides 17 to 26 particularly relevant).
Appendix: Excerpt from the minutes of the STAB Teleconference 21st June 2006
The following is an extract from the minutes of a STAB teleconference held on 21st June 2006, and outlines the STAB’s thoughts on the future of CCP4i. The full document can be found at http://www.ccp4.ac.uk/wg/datafiles/STAB_TC_210606.doc.
In the extract TS is Tadeusz Skarzynski (chair), CB is Charlie Bond, PB is Peter Briggs, PE is Paul Emsley, GE is Gwyndaf Evans, AM is Airlie McCoy, MN is Martin Noble and KW is Keith Wilson.

Begin extract:

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.

Add as an appendix: STAB information about the two sides of CCP4i.
Appendix: Martyn Winn’s summary of a CCP4bb discussion 15th May 2007

From Martyn’s e-mail:

Below, I've tried to extract the main suggestions from the recent BB discussion.

Now I know this has come at the wrong time for us. However, I've heard a lot of people (probably including myself) stand up in meetings and say how it important it is to get the views of users, so we should take notice when it happens!

The overall gist seemed to be a desire to have more options available in the GUI. There were then a couple of ideas on how to do this, so as not to over-complicate the GUI (hidden folder, greyed out buttons, external file).

As part of the short-term tidying exercise, we should look at adding in some missing options. If we can find a way of doing this under an Expert mode, that would be even better.

m

Short term

Martyn:

Many interfaces already have an other parameters folder, see e.g. the folder "Infrequently Used Parameters" in the Molrep GUI. The request seems to be to:

a) complete this with more parameters for more programs (taking due note

of Kevin's comment)

b) have a Preferences switch that globally hides these folders (i.e. not

just close them) for the basic GUI

Provided you're happy for the advanced options to be segregated into

their own folders, then we already have the means (I think) to do this.

Actually going through all interfaces will take time though. 

Dima Klenchin:

How about the simple and elegant way it is done in Refmac? Tacked under "Developers Options" is "specify an external keyword script file for Refmac". I frequently use this and always wished that *all* CCP4i GUIs had this.

Long term

Miguel Ortiz Lombardia:

... perhaps the GUI could have "two faces/modes", a basic one and an  expert/advanced one. I understand that they already exist, but the "expert" one is hidden under the "Run&View Com File", while I'm thinking on a real expert GUI-mode. Users should be able to choose one or the other in their defaults, or switch from one to the other on-the-fly.

I don't have a particular problem in editing the scripts as it is done now, but I have found that students tend to get a bit nervous about doing it themselves ;-)

Dirk Kostrewa:

I want to second Miguel: a switch between a "basic" GUI (could be with even less options) and an  "advanced" and "expert" GUI that allows access to most and all options that can be used in scripts would be absolutely great! It would allow novice users to do a good job on "standard" problems, and gives experienced users the freedom to use any option of a program in more difficult cases. A similar idea is implemented in the SUSHI GUI of SHARP, where such a switch allows you to change less or more phase refinement and improvement parameters.

Clemens Vonrhein:

What we do there is to always present all options: but depending on the level (beginner, advanced, expert) a user has declared him/herself some might be greyed out. This way even a beginner will see that there are more options - and (most importantly) gets the help messages and explanations for those advanced options. But only a few items can be changed by a beginner.

So if the CCP4i would get a beginner/advanced/expert mode I think it would be best to try and adopt this idea (greying out boxes) if possible. If expert options are just collected and placed into a separate 'folder' widget they would loose their position within some logical, crystallographic context, making it possibly more confusing to understand what they mean.

Nicolet Stefan:

As somebody already thought about an user-personalized interface, eg. a CCP4 menu where people could drag & drop their favorite (or mostly used) programs?

Peter Adrian Meyer:

This is might be a bad idea*, but I'll throw it out there anyhow:  What about the storing program keywords in a grammer file (something along the lines of yacc/lex), reading gui options from the grammer, and generating a parser subroutine from the grammer for the data-processing programs? This would mean changes to the parser library (and to a large number of existing programs which already work), but would eliminate the issue of keeping the gui options in sync with the program options.

Clemens Vonrhein: 

Maybe any parameter setting unchanged from the values in the $CCP4/ccp4i/tasks/*.def file should be internally flagged as being at the 'default value' - resulting in them _not_ being written to the com-file? This way any potential change in defaults inside the actual program would have immediate effect, even if the CCP4i hasn't been updated yet.
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