CCP4 @ DL:
Releases, Conferences

and Other Activities

Peter Briggs, CCP4 Daresbury

234 March 2005 CCP4 Annual Developers’ 1
Meeting



Outline of the presentation

Overview of CCP4 @ Daresbury Laboratory

Release of CCP4 v6.0 (“Ingleton”)

Future Release Plans
o Martyn Winn

Conference and Workshop Activities
o Maeri Howard
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Overview of CCP4 @ Daresbury Laboratory

« CCP4 core group

 Responsible for:

— Maintaining & developing core suite
* build system, libraries, CCP4i ...

— Making software releases

— Providing technical support

— Industrial liaison

— Maintaining on-line resources
« website, mailing lists ...

— Coordinating publicity activities:

« Study Weekend, conference presence, workshops ...

— Other projects
o« CCP4 Automation, e-HTPX, BIOXHIT ...
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Who are we?

Core Staff CCP4 Automation
« Martyn Winn  Norman Stein
 Peter Briggs  Daniel Rolfe

e Charles Ballard
e Francois Remacle
 Maeri Howard

PIMS BIOXHIT

 Chris Morris e Wanjuan (Wendy) Yang

* A.N. Other
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Projects at Daresbury

CCP4 Automation
e Coordinated by Charles Ballard

e-HTPX
» CCP4 activities coordinated by Martyn Winn

BIOXHIT
» CCP4 activities coordinated by Peter Briggs

Links to DNA + PIMS
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Release of CCP4 v6.0:
“Ingleton”

Peter Briggs, CCP4 Daresbury
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Outline of presentation

 Aims and ambitions for CCP4 v6.0
« Staff and resources
* Planning and coordination activities
» Contents and major changes
e For users
» For developers
e Delivery method
* QA activities

» Qutstanding Issues

» Current status and planned release schedule
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Aims and ambitions for CCP4 v6.0

Comes soon after major changes in CCP4 v5.0
Mission statement:

* “To make a high-impact release within a short timescale, to provide
increased functionality including the CCP4MG and PHASER packages”

Aims:
» Consolidate major changes to the core libraries in 5.0

* Bring in major new developments and make them available to CCP4
users
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Staff and resources

Core staff:

» Charles Ballard — release coordinator
e Martyn Winn — progress monitoring

» Peter Briggs — QA activities

* Francois Remacle — Windows build

* but all involved in coding/updating software/bug fixing etc
Resources:

* CVS - invaluable for managing files

» Bugzilla — for tracking bugs and feature requests

 Project planning documents (from tigris.org)
* Download pages
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Planning and coordination

Release of v6.0 coordinated using more formal project management:

* Lists of packages to included and tasks to be performed
* Reviewed at weekly meetings
» Planning materials on internal webpages

Why adopt this approach?
» Dramatic growth in size and complexity of the suite

* more packages, libraries, languages etc
» Outcome of the review of release 5.0
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Praduct: Inalston
Release Number: 6.0.0

Attendees: Martyn Wi

Summariser: Martyn Wi
Related documents:

» Task list for unix
+ auto-buld report

. Meeting Minutes

See updated Task list for unis
See minutes of previous meeting

1
2
wrong with it
3
based on Tigris template.
4
May 2004,
5. Autobuild report

Meeting

CCP4 Annual Developers’

16th Monitoring Meeting

. Review Meeting Information

nn

Charles Ballard
Francois Remacle
Peter Briggs

nn

Location of Meeting: Daresbury, SBL, 4
Date and Time of Meeting: 2005/03/03 14:00

. Documents and Code Reviewed at this Meeting

EENTE

MDW has updated to cctbx build 2005_03_07_1301 The setpaths problem turned out to be trivial - "dot" wasn't on the path. The
redirection facility is now used for cctbx buid - this means “ccp4io=${CCP4} is specified on configure.py command line.
FR has updated the pythen tarball in the test release. The braken version was taken fram python.org and it is not clear what was

The release documentation now contains the original Release Handbook fram PIB, and the Belease Checklist from CCB. The latter is

Harry reports that Mosflm 6.2.5 may be ready towards the end of the manth. Meanwhile, he is happy that we have the version from

o There is a new autobuild on copée with latest intel compilers (8.1) N.B. generates very large Iogfile (>50Mb text file for make
install step, whereas more typically ~1Mb for other builds)
cepéek autobuild currently not set up due to reinstallation of o/s

o dipx1 make fails (setpaths.sh problem)
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Contents and Major Changes for Users

New packages:

 CCPAME CCP4 Molecular Graphics package

 PHASER: maximume-likelihood molecular replacement

» Coot : graphical model building tools

* Pi r at e: statistical phase improvement

e Super pose: secondary structure alignment

 PMF, CRUNCH2, BP3: heavy atom location/experimental phasing
 CHOOCH: anomalous scattering factors from raw fluorescence spectra

CCPA4i:

* CRANK: automated structure solution via SAD, SIR, SIRAS

« SHELXC DY E interface

«Clipper utilities module: set of interfaces to Clipper programs
» Database search and sort utility
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Contents and Major Changes for Users

Updated packages:

* New versions of REFMACS5, MOLREP, SFCHECK, SCALA, PDBEXTRACT
» Additional coordinate utilities using pdbcur , ncont, coord f or mat,
pdb_nerge

* FFTBI G replaces FFT

Other changes:

» For PHASER, SHEL X etc: CCP4i task buttons are only active if the
underlying programs are available
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Contents and Major Changes for Developers

* No changes to the core CCP4 libraries
e cct bx library is included for PHASER

« C | pper and FFTW packages are built by default

« Some minor updates to CCP4i for developers:
* Fi ndExecut abl e, t asknane_prereq ...
* Includes updates for CCPAMG

» Support for building under Linux IBM compilers
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Package arrangement and delivery method

CCP4 v6.0 sees addition of major new packages
e Some are very large (e.g. cct bx)
« Some are not available for all platforms (e.g. Coot )

» Updated on faster timescales than CCP4 releases

Decision to divide the release into packages
» Basic CCP4 (~ same as v5.0)
* Phaser
« CCTBX
« CCP4mg
» Coot
« CHOOCH

Needs a flexible way of delivering release to the end users:
 Build on automated binary download scripts from 5.0
» Make it easy for users to know what is available for their system, and to
download and install
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New download pages

Prototype being developed by Francois with input from other staff

» User can select required packages from those that are available for
their system and download a single file

» Warns about dependencies
* Includes external packages (Tcl / Tk/ BLT and pyt hon)

» Guides the user to what they need to download

Other changes

» Unix/Linux binaries provided as a single download
» Possibly use InstallShield for Unix binaries as well as Windows
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Example 1: Windows binaries

ZJ http:/ ‘www.ccp4.ac.uk/fr45,/downloads /downloadman.php - Mickosoft Internet Explorer

File Edit View Favortes Tools: Help

QD eack - () - E @ _7':] | /':.\JEea_rch ‘E{:Y' Favortes g Media -&1‘ _' ;F

il @

address |@ hkkp: ffemans, copd . ac, ukyfr4Sidownloads/downloadman, php

;I'Gn |L|nks H

WelE

File Edit View Favortes Tools: Help

=]
=0l x|
&

CCP4 testreleas| ek - ) - (%] 2] | L Jseh 0 Favortes @ meda ‘&}‘ S

il @

We detect that your operatit Address |@ hittpef fewa, copd ac, ukyFraSidownloads/binsrc, php

;I 'Gn |L|nks 2

If this is not correct, or if o
from the list helow

CCP4 test release: Distribution type of CCP4

-

& Windows Chosen 05 = Win

Thete are only binaties available for windows

 Osf

C Solaris

 In 2
1ix '\-'/

© Macintosh

a5 Follow this link to download

File Download i x|

ine Tnstaller far COPA,

Some files car harm your computer. 1f the file information belaw
looks suspicious, o vou do not fully trust the source, do not open ar
save this file.

File name:  setup.exe

File type:  Application

Fram: s copet ac, Uk
& This type of file could harm your computer if it contains

malicious code

“wiould you like to open the file or save it to your computer?

DOpen | Cancel More Infa

¥ flwaps ask betore opening this tupe of file
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1. Select “Windows”

2. Binaries only for Windows

3. Download
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Example 2: Linux source distribution

File Edit Yiew Favorites Tools Hel .

— 1. Select “Linux”

fepan . OelecC INUX
File Edit Yiew Favorites Tools Help

Addres

- @ Bacl &7

Addressl Elle Edit Yiew Favorites luols ﬂelp

@ Back =7 ww.ccpd.ac.uk/fr45/downloads/summary.php?os=Lin - Microsoft Interne!

CC CCE ,q:_ldyesslé Ele Edit View Favortes Tools Help

Wet @ Bacl =1 e 5

Chose| CCP4 tes

2. Select “source”

A:_ldressl File  Edit Yiew Favorites Tnﬂls Help

Ifth

from | Please: Pack Qﬁatk - J lj Iil l| ‘ /ijearch 5 ‘-Favnrltes @Med\a ﬁ"

3. Select packages:

. iddkess [{B] hitp:jumsss.copd.ac UkfFr4S downlnadsffinal php?choice=%:20- C%ZD)’puh\lcfccp4)’Ftp)’puh)’cchJ‘ccp4%ZDccp‘IJ G |Lnks ® ) BaS|C ‘ :‘ :P4
—l nsen
< Crsl Here =]
: L e 2. Choice i . o 3. Sewnlad
PFlease sel CCP4 tesirelease: 1. Packages cheice 2. Choice dep i 3.Agi and ° Phaser

haser : = .
~ i 3 Please note the following concerning license
IV tas
L ‘ We al
(e V' phe Please note that users of CCP4 software must hold a valid license which is appropriate for their usage of the softwars. -
| . St § s 2 i .
\ Howev | Seecopd licence information or contact copddlacuk for more infl Dovrdaa i X 4 . De pen d en CI eS .
Cr
—_ B Pyt 9 Some files can harm pour computer. If the file information below
; “‘-f) looks suspiciaus, o you do not full trust the source, do not open or [ ]
ldon't agree [ agree P
save this file.
File name: - personal-downlaad. tar P h
Cantin File tupe: L4 yt O n
Fram: i, cepe ac, Uk

Wakdmketocee T it ot nss? 5. Licence agreement

Cancel More Infa

Open

¥ Always ask betore opening this type of file

6. Download
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Quality Assurance — testing and bug tracking

CCP4 v6.0 has a QA plan

« Automated build testing from CVS on platforms at DL
 IRIX, OSF1 V4.0, SunOS, Linux Fedora/SUSE/RedHat

» Use Bugzilla to track reported bugs

» Test releases for compatibility testing and user/developer feedback
Release conditional on

* All packages incorporated and tasks completed

* No outstanding MAJOR or CRITICAL bugs in Bugzilla
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Outstanding Issues

Compatibility Testing
* If you use CCP4 in your own software then please try test versions and
report problems asap

Communications
* Reports from test release that some components are out-of-date
* We rely on developers telling us when new versions of their software are
available
* Please don’'t assume that we’re omniscient! ©

Licensing
* Not a release issue per se but obviously has a major impact

Patching post 6.0
« Still working on a patching mechanism
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Current Status of CCP4 release 6.0

» Test releases:
e 15t February: CCP4 5.99.0 to 17 test sites
« 28" February: CCP4 5.99.1 to 19 test sites
« 17t March: 5.99.1b to 10 sites (included Linux & Windows
binaries)
» Disappointing feedback so far

« Made available via prototype download page:
e http://www. ccp4. ac. uk/ fr45/ downl oads/ downl oadman. php

» Next test release after remaining outstanding tasks have been
completed

e Full public release scheduled for “RSN” ©
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