CCP4 Working Group 2 Meeting





Location: Room B30 Birkbeck College, London


Date: 26/1/2011 11:30 – 16.00





Present:





Eugene Krissinel, Charles Ballard, Ronan Keegan, Johan Turkenburg, Katherine McAuley, Phil Evans, Eleanor Dodson, Harry Powell, Liz Potterton, Frank Von Delft, Jean White, Roberto Steiner, Nicholas Kepp





Study Weekend 2012 – 





The decision was made to have “Data Processing” as the topic of the 2012 Study Weekend


The organisers will be Katherine McAuley from Diamond and Johan Turkenburg from the University of York.


The meeting will take place again at Warwick University. In 2012 we will make use of the larger Arts Centre theatre (caters for 575 people).





PE requested that it covers all topics from crystal handling through to data processing. HP suggested that the emphasis for the lectures should be on the why rather than the how. It should cover in-house data collection as well as data collection at the synchrotron.





ED suggested that a useful topic is how to know if the data is good or not? Diagnostic methods should be presented. 





FVD highlighted that it was important for the students to understand what is in their images and how to use and understand a strategy during data collection. HP added that there was a lack of knowledge about using the strategy option in the software. Users don’t understand why they use it and most people don’t even look at it. 





PE advised the organisers that they are welcome to give their own lectures if they so wish.





RS: It’s important to keep it simple in the introduction lectures. Also to explain best practices.





Suggested speakers:


Kay Diederichs – XDS


Dominika Borek – HKL


Zbigniew Dauter – Data Collection/Twinning/etc....


Graeme Winter – Xia2/Multi crystal data collection


Clemens Von-rhein AutoPROC


Sean McSweeney – ESRF/EDNA developments


James Holton – Data Collection/Data Processing/MLFSOM


Nick Sauter/Sasha – LABELIT


Elspeth Garman – Radiation damage – Introduction talk	


 


PE: It’s recommended that the meeting has a mix of introductory talks, advanced talks and case studies. Speakers should be invited as soon as possible and the organisers should clarify to them exactly what they want them to speak about.





RS: Try and enforce the speakers to have their talks in PowerPoint format to avoid complications with the projector set up during the meeting





ED: Where automation packages are discussed the emphasis should be put on explaining the decisions that are made by the automatic system as it progresses. What do you look at for indications of the quality of the solution?





FVD: There should also be presentation(s) from the industrial perspective – recommended speakers are Dave Brown or Richard Bowtan





HP: There will be automation talks presented at the IUCR – the organisers could look at these and see if any of the speakers could cont





ACTION: Organizers should invite key speakers by next WG2 in June. Leave a couple of slots for late comers.





Ask for speakers to send powerpoints to organisers beforehand so that they can see the general outline of the plan. Organizers should distribute the introduction talk to speakers so they know what the flavour of the meeting will be.





Phil: Use of pixel detectors like Pilatus - how to?





RS + Harry: Curved detectors at ID23 - why is there that kind of necessity. Paper can expand





Phil: has anyone heard them speak before...check! We can't de-invite someone





Venue: The venue will again be Warwick University on the 4,5,6 of January 2012 





Things that need to be addressed at the venue: 


Lunch time queues


Small lecture theatre: A different, larger theatre will be used.





FEL – invite someone from Stanford - invite someone from Hamburg





FVD: What to do with crap crystals e.g. viruses? 


How to get information from crap data


Extracting data from bad crystals - and when to give up





Liz presented the latest developments in the GUI: 


Joined up programming-----


More automation and less GUI


Easier for novices


Improved presentation of results


Easy to maintain and implement


CCP4i2 browser





Pipeline tools


CCP4PluginScript - basic wrapper with tools to run program


CCP4ComTemplate  - convert data into program command file


defEd - GUI to define script parameters





Pipeline development:


Kevin – Buccaneer


Fei – Prefmac


Raj – Crank


Same source control





XML - can Mosflm output XML be reused (Harry)?





defEd - define what parameters are going in and out of a plugin script


GUI - creates .def.xml file


Autogenerate gui from this





PHIL: User to be presented wtih the option - What do you want to do next?


Presentation of the output is important


Too much space taken up by GUI





Roberto: Need to be clear on selling points of the new GUI from the start


Graphical output of what the program does


Frank: reduce number of clicks


Need prototyping and test users (novices)





Phil Evans: Progress with Aimless:


Similar to Scala now - not so good at bad data


SD correction parameters - not optimal yet


3x faster than Scala


Needs extensive testing and a GUI - Pointless/Aimless/Ctruncate


Future: features not in Scala - Cumulative completeness


Outlier rejection - Cross comparison between different runs


Assess radiation damage


Good development platform for new ideas





Phil Evans: Data Processing GUI:


We need a top level data processing GUI of some sort:


The problem - good data easy. Bits of data - many crystals - which bits to use? No GUI tool to handle this. 100 bits of data. Some graphical way of interacting with the data


Core data object is a "run" or a "sweep" or a "sector" complete sweep through reciprocal space – fundamental units


GUI design


Data sets going down and number of runs going across e.g. 3 wavelength MAD data set collected off 4 crystals


Interactive graphs





Harry: Progress on Mosflm:


1.0.5/7.0.7 - first release for Owen


3 months testing


Small improvements - easier to use - roll back on the automation - toggles


Windows installer – uses Install Jammer - drag and drop for OSX


Easy re-initialisation - back to the start


Finding the beam centre improvements


Highly mosaic crystals - need to set some additional settings


Improved stability to mosaic spread refinement - doesn't refine to negative values anymore


CBFLib code looks like it’s very inefficient - fixed in new Mosflm - much faster especially for Pilatus images





Charles: New release....





Eugene: viewHKL


New HKL view: ViewHKL


Stand alone app


ftp.ccp4.ac.uk


Request to be able to drag mtz on the ViewHKL icon and auto launch


Interaction with Liz's framework -  requires python wrappers or XML. C++ and Python QT.


Comments and requests the EK





ArpWarp to be distributed from our website


EMBL need to be negotiated with


Commercial user issue - key input requirement from webpage





Proposals for inclusions in suite:


1.Dr. Peter Sun, NIAID, NIH


HINGE - calculates hinge angles and twist angles by approx to ellipsoids


Something that could be included in CCP4mg


Could be done much nicer with structure match - homologous only 


Takes PDB code and ranges for residues.


Better if it was done with our tools


Stuart could add it in half a day





2.Dr. Greg Chirikjian


MR related program


Operates on domains rather than residues


To be applied to rigid domains with flexible structure


They want letter of support from us





AOB: 





Location of meeting York. Week beginning 20th of June. (22nd)


