CCP4 automation Steering Technical Advisory Board meeting

Location: York Unviversity YSBL J005

Date: 3 March 2004

Present:

Airlie McCoy (Cambridge)

Tadeusz Skarzynski (GSK)

Charlie Bond (Dundee)

Paul Emsley (York)

Maria Turkenburg (York)

Peter Briggs (Daresbury)

Charles Ballard (Daresbury)

Discussion points

Strategy:

· Review current suite capabilities

· Set up test suite – initially to be used for calibrating CHART

· Build up from small isolated scripts

Requirements:

· Modular design

· Command line and interface

· Database and file requirements

· Information retrieval from legacy code (markup vs. parsing)

· Information retrieval for user (sensible summary information, possibly hierarchical in nature)

Phasing from coordinates - MR pathway:

Of particular interest to high through put pharmaceutical.

· Proposed route

· Data preparation (symmetry etc)

· SSM (Aligned models – PHASER can take ensembles/weighted transform of PDBs to SF)

· PHASER  (refined MR models)

· PIRATE (bias removal/solvent flattening)

· Refmac-arp/warp

· Notes

· PHASER requires model/Sfs and cell contents (automatic from XML, PP has sequence tool)

· SSM based alignment tool, including weighting on homology(?)

· Discuss with Alexei Vagin and Garib Murshudov automation of molrep and what they are doing about the use of fragments and folds. (MR developers meeting?)

· Discuss idea of flexible domains with Alexei

Desires:

· Auto AMoRe wrapper (PE and Martin Noble have offered csh based amore automation scripts)

· XPREP equivalent.  Automatic spacegroup determination. Recoding of truncate etc

· SSM based alignment tool

· Standalone version of coot libraries, particularly structure completion/ ligand fitting

· Ligand fitting pipeline is desired by TS (GSK).  Working on their own version. (cf Astex)

· Mosflm->scala->truncate->ecalc->amore->dm->refmac/arp

Actions

· Review of program capabilities and discussion of flows (crystallographSer input)

· MGWT set up test suite of examples to run CHART, SOLVE, autoSHARP, etc

· TS (GSK) to supply MGWT with test cases

· CB to introduce DNA people to TS (DNA operation on images)

· CB to approach Eugene Krissinel to discuss SSM

· PE to generate stand alone versions of the coot ligand fitting routines

· XML markup of programs in CHART (revise, scaleit, ecalc dm, mlphare)

Meeting Schedule/Timetable:

· Review after 3 months, early June

New code review:

· PHASER and CLIPPER ECALC replacements separately exist

