Activities and resources @ DL

Introduction
This document outlines the changes that have happened in the last six and a half years with regard to the activities and contributions made by the Daresbury CCP4 group, and the corresponding resources that have been allocated to us.

We believe that a serious imbalance has grown (and continues to grow) between the workload and the resources allocated to deal with it, which is likely to have a detrimental impact on the future of the project. We present a series of options which could be considered to redress this balance.

We further believe that the choice of option(s) will depend on the future direction that the CCP4 project as a whole will take in terms of:

· Quality: a professional/commercial standard of software, or a more informal collection of programs?
· User base: only supporting the UK scientific community, or an international one?

· Scope of functionality: should the suite cover the widest possible range of functionality, or should there be gaps?

This document should not be seen as a definitive statement. We hope that the reader finds it interesting and enlightening, however it should be seen primarily as the starting point for further discussion. 

Changes in the CCP4 Software Suite and DL staff activites
	Characteristic
	Then (March 1998)

Version 3.5
	Now (August 2004)

Version 5.0.2

	Size of the suite

	Number of programs
	~ 150
	~ 180

	Size of  unbuilt unpacked distribution
	43.5 Mb
	~190 Mb

	Number of files

· in src

· in lib/src
	1392 files

· 310

· 31
	9112 files

· 841

· 164

	Number of lines

· in src

· in lib/src
	1,289,039 lines

· 565,865

· 63,075
	4,157,836 lines

· 952,655

· 214,789

	Support of the suite

	Number of support queries
	Not tracked – estimate 1-2 per day
	~ 5 per day 

(varying from simple “subscribe me” to major bug fixes).

	Computing languages supported
	Fortran, C, shell
	Fortran, C, C++, Java, Tcl/Tk, Python, shell

	Platforms supported
	Unix, VMS (source code only)
	Unix & Linux, Windows, Macintosh (source code and binaries)

	Additional packages included
	None
	CCP4i
Phaser, CCP4mg

	Additional libraries included
	XDLVIEW
	XDLVIEW, CCIF, MMDB, LAPACK, CLIPPER, FFTW, CCTBX

	Time between releases
	< 12 months
	For 5.0 ~18 months 

	User Base and income

	Nb estimating the size of the user base is extremely difficult however these metrics give an indication:

	Industrial licences
	~ 60
	~ 110

	Commercial income
	~ £248K
	~ £690K

	Number of subscribers to CCP4bb
	~ 1000
	~ 3000

	There has also been a significant shift in the character of the user base from hardcore crystallographers to include more structural biologists

	DL staff responsibilities

	Projects with workpackages directly coordinated by core DL staff
	None
	eHTPX, TEMBLOR, BioXHIT, CCP4 Automation

	Representation at international conferences
	IUCr, ECM
	IUCr, ECM, AScA, ACA (including exhibit stand and workshops)


Changes in manpower and resource allocation
	Resource
	Then
	Now

	Number of core staff @ DL
	Sue Bailey, Martyn Winn, Alun Ashton, Peter Briggs (3.5)
	Keith Wilson, Martyn Winn, Charles Ballard, Peter Briggs, Maeri Howard-Eales, Francois Remacle (5.2)

	Non-core staff @ DL
	None
	Chris Morris (MOLE), Pryank Patel (Temblor), Norman Stein (Automation), Ronan Keegan (e-HTPX), Wendy Yang (BioXHIT)

	Non-DL staff supported from CCP4 funds
	Liz Potterton (CCP4i), Garib Murshudov (Refmac), Peter Keller (CCIF)
	Liz Potterton, Stuart McNicholas (CCP4mg), Eugene Krissinel (CCP4 grant), Harry Powell, Jeff Battye (MOSFLM), Anne Baker (Phaser), Jan Gruber, James Foadi, Dan Zhou


Some more points to consider
· The contribution of the DL staff is vital

· Facilitates developments e.g. Phaser through infrastructure development, gui provision, library development etc

· Make new programs available and usable for PX community

· Core staff are linking the suite to other projects, e.g. BioXHIT

· Software releases are needed:

· Generates commercial income (required to support additional projects)

· Gives the PX community convenient access to the software

· The DL group does a good job!

· The suite is more robust

· User expectations are higher – we have raised them by improving the quality of the suite

· Need to keep pace with other academic software and commercial software

· The DL group is more professional and more efficient

· Automated testing introduced 2002
· Bug tracking via Bugzilla introduced June 2003
Nb Chris Morris points out that in the 14 months of using Bugzilla, the number of open bugs has been monotonically increasing, and now stands at about 100. Many of these “bugs” are enhancements or obscure, and we would have quietly forgotten about them in 1998.
· Licence places more obligations on staff – we are committed to certain level of quality. Future licence versions are likely to increase this commitment.
· Support commitment increases as new packages are absorbed into the suite

Suggestions on how we can make resources match the workload
Here we suggest some options for balancing the resources, along with an indication of our own feelings on each option.

· Preferred: Recruit another core staff member in order to maintain high level of service.
· Undesirable: Make use of non-core staff. E.g. Norman has looked into the Windows build, and could be the local Amore maintainer. Obvious impact on long-term projects.

· Possible: Contract in staff for specific jobs, e.g. improvement of configure/build, or construction of test suites.

· Possible: Streamline the suite, e.g. remove all X-windows programs, remove old Fortran programs. We intend to do this anyway, but do we go for dark period, with missing functionality in the suite?

· Undesirable: Reduce the level of service provided. Currently we respond to 99% of all enquiries from users or collaborators. But the licence says we are not under any obligation to respond (para 4.2). We could restrict ourselves to those queries likely to be of benefit to a large number of users. (This interpretation of licence is debatable.)

· Could work but with strong reservations: Allow collaborators direct access to the source code. This saves DL staff time, in that they don’t need to copy fixes into the CVS tree. We have objected to this in the past for 2 reasons: firstly, we are in a better position to check for side-effects of fixes, i.e. what solves a problem for one developer often causes problems for another; secondly, we are then ignorant of what has gone into the suite, which makes user support more difficult. There are also issues of privacy of contributions prior to public release. The alternative is to allow check-in to a developer’s branch. We would then have to merge to the main branch, and the time saved over processing email contribution is marginal.

Peter Briggs, Martyn Winn, Charles Ballard
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