CCP4 2011 Developers Meeting: Programme

The Coseners House, Abbey Close Abingdon, 26-28th April

Tuesday 26th April

13:00 
Arrive and Lunch. 

Chairs please collect contributions on a single computer or at least memory stick!

ALL TIMINGS INCLUDE 5 MINS FOR DISCUSSION, I.E. 10m = 5+5m.

Session 1

14:00
Chair A Leslie
Diamond Light Source & CCP4 Image Processing
15m
A Leslie, H Powell
MOSFLM

10m
O Johnson
iMOSFLM

30m
A Ashton
Diamond Data Analysis activity, pipelines, SDA and EDNA update 

15m
G Winter
XIA2 - multi crystal analysis

15m
D Waterman
cRy - A crystallographic toolbox in R
15m
G Evans
BLEND for multicrystal/wedge data prescaling analysis, for J Foadi

20m
G Evans
BioStruct-X Data Integration collaboration

16:00 

Tea

16:30

20m
G Evans/A Leslie
Agree Actions: New program plans: BIOSTRUCT

Session 2

17:00
Chair R Keegan
Data reduction, MR, Experimental Phasing & Refinement

Presentations on ongoing work. Brief summary – updates, new features, plans.

10m
P R Evans
Pointless, Aimless

10m
C Ballard
c-TRUNCATE

15m
A Lebedev
Zanuda

15m
R Read
PHASER – MR and SAD

15m
G Murshudov
REFMAC & BALBES

15m
N Pannu
CRANK and CRUNCH

10m
R Keegan
MrBUMP

18:45 

Drinks

19:30 

Dinner

Wednesday 27th April

Session 3

9:00
Chair M Winn
Core activities, Release Update & Modernisation

15m
E Krissinel
Overview, staff posts, plans

15m
K Cowtan
Collaboration proposal for Developers (KSW/KDC)

15m
C Ballard
Repository/testing/release, modernisation plans

15m
P Skubak
Testing software

10m
R Keegan
Auto-updates and new Windows builds.
20m
E Krissinel
Summary of conclusions and actions
10:30 

Coffee

Session 4

11:00
Chair F von Delft
Infrastructure

10m
L Potterton
Pipeline framework

15m
K Cowtan
Pipeline review
Brief summaries of what people have done to set up pipelines to date. 1-2 slides only. 

5m
K Cowtan
BUCCANEER – REFMAC

5m
N Pannu
CRANK
5m
F Long
BALBES

5m
R Keegan/G Winter
DIMPLE and EDNA

10m
E Krissinel
ViewHKL
10m
S McNicholas
Loggraph

25m
E Krissinel
General Discussion: set actions and deadlines
12:45 

Lunch

Session 5

14:00
Chair M Noble
GUI-2: The big picture 

30m
L Potterton
GUI-2 and database: status and future plans
15m
K Cowtan
Hierarchical process, interaction and reporting
15m
K Cowtan
User documentation from now to GUI-2
15m
S McNicholas
Qtmg. Status and future plans

45m
Discussion
Crystallographic functionality – define what is needed


How to integrate external applications, e.g. COOT, CCP4mg, JLigand and IMOSFLM into GUI-2

16:00 

Tea

Session 6

16:30
Chair E Krissinel
Molecular Building: Ligands, Coot, mg, JLigand

15m
P Emsley/J. D.
COOT. Plans, ligands etc.

15m
A Lebedev
JLigand

15m
R Nicholls
ProSMART: Procrustes Structural Matching Alignment and Restraints Tool
15m
C Morris/J. Diprose
PiMS/xtalPiMS?

30m
E Krissinel
Discussion: The overall plan for ligand chemoinformatics and refinement: Monomer Library, CCDC and mogul, ProDrg, LibCheck, AFit, new in-house developments?
18:45 

Drinks

19:30 

Dinner

Thursday 28th April

Session 7

9:30
Chair K S Wilson
Final Discussion, Actions 

Summary of plans to from basis of general discussion and setting of actions. A few people to get the discussion going.


G Evans
Data Processing


L Potterton
GUI-2


E Krissinel
Future Infrastructure & Release plans


K Cowtan
Sign up to Proposal for Developers


D Brown
CCP4 and non-academic users


F von Delft
General scientific directions


M Noble
Progress on present grant – plans for new grant

12:00
End of Open meeting

12:30
Lunch
13:30
Closed Exec Meeting


