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❖ “What’s new in CCP4”
➢ Ville Uski (CCP4)

❖ “What’s new in PanDDA and XChemExplorer”
➢ Nicholas Pierce (Utrecht University)

❖ “Using homology for model building and refinement: 
PDB-REDO redone”
➢ Robbie Joosten (Netherlands Cancer Institute)

❖ “What’s new in Refinement with CCP4 programs”
➢ Oleg Kovalevskiy (MRC Laboratory of Molecular 

Biology)



Lunchtime Bytes (Thu 13:30-14:15)

Room 1 ARCIMBOLDO - Andrey Lebedev

Room 2 CCPEM - Colin Palmer

Room 3 SIMBAD - Adam Simpkin

Room 4 Privateer - Jon Agirre

Room 5 CCP4mg - Stuart McNicholas

Room 6 CC based hierarchical clustering - Gianluca Santoni

Room 7 BLEND - David Waterman

Room 8 ARP/wARP - Sravya Kantamneni

Room 9 CCP4i2 - Kyle Stevenson

Room 10 Pointless and Aimless - Phil Evans

Room 11 REFMAC - Oleg Kovalevskiy



Lunchtime Bytes (Fri 13:45-14:30)

Room 1 ISPyB - Neil Smith

Room 2 jsCoFE - Eugene Krissinel

Room 3 AMPLE -  Dan Rigden & Jens Thomas     

Room 4 Buccaneer/Nautilus - Kevin Cowtan

Room 5 PDBe - John Berrisford

Room 6 CrystFEL - Thomas White

Room 7 ContaMiner - Stefan Arold

Room 8 PDB2INS + SHELXL - Tim Gruene & Anna Luebben

Room 9 CCP4i2 - Kyle Stevenson

Room 10 DIALS - James Parkhurst

Room 11 AceDRG - Fei Long



CCP4 7.0 (Gargrove)
Released in January 2016

48 updates since then

Active development of

● Aimless (scaling and data analysis) (see lunchtime bytes)
● DIALS (diffraction integration) (see lunchtime bytes) 
● CCP4i2 (graphical user interface) (see lunchtime bytes)
● Multi-dataset analysis (see the next talk)
● Many others (see the next talks and the lunchtime bytes)



● SIMBAD - Molecular replacement without sequence
● DUI - DIALS User Interface
● jsCoFE - CCP4 on the Cloud

Check the lunchtime bytes!

Also soon(ish):

● CCP4 7.1

Coming soon in CCP4



www.ccp4.ac.uk/ccp4online

Pipelines to automated model 

building with ARP/wARP

from molecular replacement 

(MoRDa, MrBUMP, Balbes)

What’s new in CCP4 Online?

http://www.ccp4.ac.uk/ccp4online




● Coming very soon: 

○ interface to ContaMiner (see Byte by Stefan Arold)

○ Pipeline to automated optimization with PDB_REDO 

● Work in progress:

○ More computing power via European Grid Infrastructure

○ Virtual folder



CCP4 Schools/Workshops

http://www.ccp4.ac.uk – Courses & Events

http://www.ccp4.ac.uk/




Coming crystallography schools

● 1st CCP4/BGU Workshop (Beer-Sheva, Israel) Feb 2018
● APS (Chicago, USA) June 2018
● São Carlos, Brazil, November 2018
● Diamond Workshop (Didcot, UK) Dec 2018

To be confirmed:

● Chandigarh, India, October 2018



Other Resources

• CCP4BB mailing list – bulletin board, news, expert 
help and advice

• CCP4 help desk – ccp4@ccp4.ac.uk – bug 
reports, problems with software

• CCP4 wiki – http://ccp4wiki.org 

• CCP4i2 documentation and tutorials 

• CCP4 web page – http://www.ccp4.ac.uk

mailto:ccp4@ccp4.ac.uk
http://ccp4wiki.org/
http://www.ccp4.ac.uk/
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