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What s nhew in CCP47?

Ville Uski, CCP4
Research Complex at Harwell




“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”

> QOleg Kovalevskiy (MRC Laboratory of Molecular
Biology)



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

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) Byﬁ@@

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 Berrisfonrd

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)



Coming soon in CCP4
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e SIMBAD - Molecular replacement without sequence

e DUI - DIALS User Interface
e |sCoFE - CCP4 on the Cloud

Check the lunchtime bytes!

Also soon(ish):
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What's new in CCP4 Online?

www.ccpd.ac.uk/ccp4online

Pipelines to automated model
building with ARP/wARP

from molecular replacement
(MoRDa, MrBUMP, Balbes)
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Welcome to CCP4 online
Login
Other Options - Register, Forgotten Password, Change Password
Runnable programs

The following programs and pipelines are available:

Balbes
An automated Molecular Replacement (MR) pipeline - Balbes integrates into one system all
the components necessary for solving a crystal structure by Molecular Replacement

MrBUMP
An automated Molecular Replacement (MR) pipeline - Given a target sequence and
experimental structure factors, it will search for homologous structures, create a set of suitable
search models from the template structures, do molecular replacement, and test the solutions
with some rounds of restrained refinement

Zanuda

Space group and crystallographic origin validation
jsPISA

Calculation and analysis of lecular surfaces and interf:
AMPLE

Automated ab initio search model generation for molecular replacement.
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http://www.ccp4.ac.uk/ccp4online
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Home (Logout) > Login > Programs > MoRDa > New MoRDa Run

New MoRDa Run

The file formats accepted for input are miz and cif (structure f
be pasted into the text box

CCP4
on-line

Home (Logout) > Login > Programs > MoRDa > View Results

MoRDa
Please cite the following paper, if you used a solution from MoRDa.

A.Vagin, A. Lebedev, Acta Cryst. (2015). A1, s19
MoRDa homepage contains more details and instructions for local installation.

An ARPAWARP solution exists - click her  ARPAWARP results from the website in Hamburg

MoRDa has produced a solution with Q = 0.856.

Submit this solution to the PDB_RED

ver for rebuilding and re-refinement (requires ARIA login / registration).
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Coming very soon:
o 1interface to ContaMiner (see Byte by Stefan Arold)
o Pipeline to automated optimization with PDB_REDO
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If you find these results useful, please cite this paper (PDF):

Robbie P. Joosten, Fei Long, Garib N. Murshudov and Anastassis Perrakis
The PDB_REDO server for macromolecular structure model optimization
IUCrJ 2014;1:213-20.

If you need help with the results, please feel free to send an e-mail to pdbredo@gmail.com.

Results
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=+ Optimisation setup
-Using a maximum of 7 CPU cores where possible
-PDB_REDO will optimise the structure model in /home/pdb-redo/PDE_REDO_data/ville.uski@structuralbiology.eu/0000000032/input/PDB/gere_incompl.pdb
-Using the experimental data in /home/pdb-redo/PDB_REDO_data/ville.uski@structuralbiology.ecu/@000000032/input/MTZ/gere. mtz

-During the process your structure model will be called ~Tdwh®

~The final result will be written to /home/pdb-redo/PDB_REDO_data/ville.uski@structuralbiology.cu/0000000032/cutput

*====+ pParsing input files *=====

Work in progress
o More computing power via European Grid Infrastructure

o Virtual folder



CCP4 Schools/Workshops
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http.//www.ccp4.ac.uk — Courses & Events



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

CCP4/BGU WORKSHOP

ty18-23/2.2018

We are pleased to announce the 1st CCP4/BGU Structure Solution Workshop, to be held at Ben-Gurion University of the Negey, in
Beer-Sheba, Israel on 18-23 February 2018. The workshop program covers all aspects of structure determination such as data
collection, phasing, model building, crystallographic refinement, validation, and structural analysis. Lectures and tutorials will be delivered
by experts in the field, and participants will be able to work alongside world-leading scientists and methods developers on their own

projects.

Full information and on-line application form found at:
https://lifeserv.bgu.ac.il/wp/ccp4workshop/
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Coming crystallography schools

1st CCP4/BGU Workshop (Beer-Sheva, Israel) Feb 2018
APS (Chicago, USA) June 2018

Sao Carlos, Brazil, November 2018
Diamond Workshop (Didcot, UK) Dec 2018

To be confirmed:

e 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 — htip:/www.ccp4.ac.uk
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New to Twitter?
a Sign up now to get your own

personalized timeline!
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