Diamond-CCP4 Data Collection & Structure Solution Workshop 2023

Zoom day 1: before fishing crystals

Talks iVion © ovembe
Practical AM CHAIR: Hans Pfalzgraf
Break 8:30
Social 8:45
9:00
9:15
9:30 Informal hello/meet & greet
9:45
1000 MX at Diamond
T Marco Mazzorana
10:30(Navigating Diamond SynchWeb - Marco
10:45
11:00 login to synchweb check
11:15
11:30
TTas Optimising the Diamond experience
300 David Lawson
12:15
12:30 Lunch
12:45
PM CHAIR: Adam Crawshaw
13:00
TRE Cryocrystallography
390 Elspeth Garman
13:45
14:00]  Advanced MX at VMXi, VMXm and 123
14:15 VMXi, VMXm and 123 teams
14:30
14:45
500 Navigating the Diamond cluster
TR Felicity Bertram
15:30 Break
15:45
16:00 follow up Fed ID problems
16:15
16:30
16:45

17:00

Zoom day 2: before data collection

Tue 21st November
AM CHAIR: David Waterman

8:30
8:45
9:00
9:15
9:30 Informal hello/meet & greet
9:45 Welcome & introduction to CCP4
10:00 Eugene Krissinel
10:15 Introduction to CCP4 interfaces
10:30( (Cloud/ccp4i2) - setup accounts and run
10:45 tutorial data
11:00 Eugene Krissinel / Maria Fando
11:15 Break
11:30
11:45 Introduction to space groups
12:00 Andrey Lebedev
12:15
12:30
12:45 Lunch
13:00
PM CHAIR: Marco Mazzorana
13:15| Data Collection Strategies for Photon
13:30 Counting Detectors
13:45 Graeme Winter
14:00
A Radiation damage
230 Elspeth Garman
14:45] Dose driven data collection to optimise
15:00 your experiments
15:15 David Aragdo
15:30 Break
15:45
16:00 Data Processing (inc scaling)
16:15 Ana Gonzalez
16:30
16:45
17:00




Diamond-CCP4 Data Collection & Structure Solution Workshop 2023

Week 1: data collection and processing, phasing

Talks

Data collection

Data processing

Experimental phasing

Molecular replacement
0 ove be

MR / model building
Decembe

O O e pDe O O = pe e O O e e eq O = e
Practical ARRIVAL AM CHAIR: James Beilsten-Edmands AM CHAIR: Pierre Aller AM CHAIR: Alex Dias AM CHAIR: James Parkhurst AM CHAIR: Adam Crawshaw
Break 8:30 8:30 8:30 8:30 8:30
Social 8:45 X35 08:47 bus 8:45 X35 08:47 bus 8:45 X35 08:47 bus 8:45 X35 08:47 bus 8:45 X35 08:47 bus
9:00 9:00 9:00 9:00 9:00
9:15 9:15 9:15 9:15 9:15
030 530 XDS (demo/tutorial) 930 Pathologies and pseudosymmetr 030 Generating predicted models for MR 930 ExElemEIES e SREEl
o5 Basic Diffraction Theory 5 Kay Diederichs 245 gAndre zebedevy ! 5 glfdam Simpkin 245 biologists
10:00 Kamel El Omari 10:00 \ 10:00 Y 10:00 P 10:00 Dan Rigden
10:15 10:15 — / - 10:15 _—— . 10:15 10:15 - .
10:30 10:30 D(IAel.r:o i) 10:30 € pE:Sf probiem 10:30 Molecular replacement 10:30 5 clas: sltu dles
10:45 10:45 fea 10:45 owe 10:45 Airlie McCoy 10:45 Qa3 £aco
11:00 11:00 Break 11:00 Break 11:00 11:00 Break
11:15 X . 11:15 Assessing data qualit 11:15 X ) 11:15 Break 11:15
Data Collection and Processing g. .q v An introduction to Coot - - - .
11:30 11:30 Kay Diederichs 11:30 . . 11:30| MR - Assessing and improving the 11:30 Verification
= Judit Debreczeni . )
11:45 11:45 Multi-crystal approaches 11:45 11:45 solution 11:45 Isabel Usén
12:00 12:00 Amy ThOmpSOn 12:00 An intro to Moorhen - Filo 12:00 Ronan Keegan 12:00
12:15 12:15 124 - Danny Axford 12:15 XFEL Hub - Allen Orville 12:15 MPL - Andrew Quigley 12:15 XChem - Daren & Charlie
12:30 12:30 12:30 12:30 12:30
12:45 Lunch 12:45 Lunch 12:45 Lunch 12:45 Lunch 12:45 Lunch
13:00 13:00 13:00 13:00 13:00
PM CHAIR: Anastasya Shilova PM CHAIR: David Waterman PM CHAIR: Maria Fando PM CHAIR: Blake Balcomb
13:15 13:15 13:15 Coot demo/tutorial 13:15 13:15
Twinnin, Advanced Coot and ligand fittin|
13:30 13:30 . 13:30 Judit Debreczeni 1330] MR in CCP4 (demo/tutorial) 13:30 4 =
Andrea Thorn = — Daren Fearon
13:45 13:45 13:45 Moorhen tutorial 13:45 Michail Isupov 13:45
14:00 14:00 14:00 Filo Sanchez-Rodriguez 14:00 14:00 i .
Ligand Tutorial
14:15 14:15 . 14:15 . i 14:15 i 14:15 . 5
Data processing / work on your own Experimental phasing Advanced MR "tricks" Daren Fearon / Charlie Tomlinson
14:30 14:30 14:30 14:30 o 14:30
data Ed Lowe Michail Isupov
14:45 14:45 14:45 14:45 14:45
Break
15:00 15:00 15:00 15:00 15:00 15:00
Break Break
15:15 15:15 15:15 15:15 15:15 15:15
Break
15:30 15:30 Bt @il 4B . 15:30 15:30 Carbohydrate crystallography 15:30 15:30
15:45 15:45 gral:olechonlan IOCESSINE 15:45 15:45 (tools and practical) 15:45 15:45
16:00 16:00 16:00 Using CCP4 Cloud from DLS 16:00 Jon Agirre 16:00 16:00
16:15 16:15 16:15 Maria Fando EVE CHAIR: Ville Uski 16:15 Work on your own data 16:15
16:30 16:30 16:30 16:15 16:30 16:30
Work on your own data
16:45 16:45 16:45 16:30 16:45 16:45
17:00 17:00 17:00 Work on your own data 16:45 17:00 17:00
17:15 17:15 17:15 17:00 EVE CHAIR: Jose Brandao 17:15
. Work on your own data
17:30 Arrive at 17:30 17:30 17:15 17:15 17:30
17:45 The Bear, Wantage 17:45 17:45 17:30 17:30 17:45
18:00 18:00 18:00 . i . 17:45 17:45 18:00
Poster session with drinks
18:15 18:15 18:15 X i 18:00 18:00 18:15
Diamond Atrium = .
18:30 18:30 . 18:30 18:15 18:15 Dinner 18:30 Dinner
Dinner - vouchers
18:45 18:45 18:45 18:30 ) 18:30 18:45
Dinner
19:00 19:00 19:00 18:45 18:45 19:00
19:15 19:15 19:15 19:00 19:00 19:15
19:30 19:30 19:30 S 19:15 19:15 Work on your own data 19:30 Wantage Dickensian Evening
19:45 19:45 19:45 19:30 19:30 19:45| X35 buses at 18:55, 19:25 or 20:16
Work on your own data
20:00 20:00 20:00 19:45 19:45 20:00
20:15 20:15 Coach to The Bear 20:15 X35 20:16 bus 20:00 20:00 20:15
20:15 X35 20:16 bus 20:15 X35 20:16 bus




Diamond-CCP4 Data Collection & Structure Solution Workshop 2023

Week 2: model building, refinement and validation

Model building / refinement

Model building / validation

Wrap up

Talks Sat 2nd December Sun 3rd December Mon 4th December Tue 5th December
Practical AM CHAIR: Ramona Duman AM CHAIR: Ramona Duman AM CHAIR: Anna Warren
Break 8:30 8:30 8:30
Social 8:45 8:45 X35 08:47 bus 8:45 X35 08:47 bus
9:00 9:00 9:00
9:15 9:15 9:15
Coach from The Bear — —
9:30 9:30[ Model validation, optimisation and 9:30 . .
L MX from an Industrial Perspective
9:45 _— 9:45 deposition 9:45 .
Model building and DM i Ailsa Powell
10:00 paul Bond 10:00 Robbie Joosten 10:00
10:15 10:15( New developments in model building| 10:15 . .
L Analysis tools in CCP4 (PISA, Gesamt,
10:30 . 10:30 and validation 10:30 .
Refinement ) . cloud...) and deposition
10:45 " 10:45 Grzegorz Chojnowski 10:45 ..
Rob Nicholls Eugene Krissinel
11:00 11:00 Break 11:00
11:15 Break 11:15(  Crystallography of nucleic acids 11:15 Break
11:30 X s 11:30 (tools and practical) 11:30 .
TIas Refinement Wl'th ligands / AceDRG TIas Megan Lambert TTas Future of structl.fral biology
Lucrezia Catapano - - Helen Ginn
12:00 12:00| Announce Poster Session Winner 12:00
12:15 Beamline specific talk 12:15 Beamline specific talk 12:15 HeXI - Alistair Siebert
12:30 12:30 Lunch 12:30
12:45 Lunch 12:45 12:45 Lunch
13:00 13:00 13:00
PM CHAIR: Kamel El Omari PM CHAIR: Mike Hough
13:15 13:15 13:15
REFMAC tutorial .
13:30 ) 13:30 CCP4MG practical 13:30
Robert Nicholls )
13:45 13:45 Stuart McNicholas 13:45
14:00 i i 14:00 14:00
Free day Refinement case studies
14:15 Clemens Vonrhein 14:15 Work on your own data 14:15
14:30 emens Yonrhe 14:30 14:30
14:45 e - BUSTER 14:45 14:45
15:00 g 15:00 15:00
Cl 1s Vonrhein
15:15 15:15 15:15
15:30 Break 15:30 15:30
15:45 15:45 Break 15:45 B
16:00 16:00 16:00 L
16:15 16:15 16:15
16:30 16:30 16:30
16:45 16:45 16:45
17:00 Work on your own data 17:00 Work on your own data 17:00
17:15 17:15 17:15
17:30 17:30 17:30
17:45 17:45 17:45
18:00 18:00 18:00
EVE CHAIR: 18:15 X35 18:25 bus 18:15
18:15 Dinner 18:30 18:30
18:30 18:45 X35 18:55 bus 18:45
18:45 19:00 19:00
19:00 19:15 19:15
19:15 19:30 ) 19:30
Workshop Dinner
19:30 19:45 s e 19:45
19:45 20:00 fidwood Kitchen 20:00
20:00 20:15 20:15
20:15 Coach to The Bear




