Diamond-CCP4 Data Collection & Structure Solution Workshop
Online programme, 1st week: Monday 30 November - Friday 4 December 2020

Monday 23 November - Set up 'drop in session’ for attendees, timings tbc

Monday 30 November Tuesday 1 December Wednesday 2 December Thursday 3 December Friday 4 December Talks
AM CHAIR: AM CHAIR: AM CHAIR: AM CHAIR: Practical
08:30 . . . .
e st . e 08:30 08:30 08:30 08:30 Break
08:45 . . . . :
08:45 Informal Q&A 08:45 Informal Q&A 08:45 08:45 Informal Q&A Eods]
09:00{welcome (30 mins) 09:00 09:00 09:00 09:00
09:15|Eugene Krissinel . . . .
. 09:15|pata Collection Strategies 09:15 . 09:15 09:15/The phase problem
09:30|MX at‘Dlamond 09:30 (45 mins) 09:30 Introduction to space groups 09:30 09:30 (45 mins)
(30 mins) David Aragao (thr) Ed Lowe
09:45|Marco Mazzorana 09:45 09:45 [Andrey Lebedev 09:45 09:45
.00 |Optimising the Diamond experience
10:00 (30 mins) 10:00] pata Processing with DIALS 10:00 10:00 10:00|sHELX for EP
10:15| pavid Lawson 10:15|(45 mins) 10:15|Break (15 mins) 10:15] et 10:15|(45 mins)
1030 Graeme Winter ata Collection Isabel Uson
30 oreak (30 mins) 10:30 10:30| Twinning 10:30 10:30
10:45 . .4c | (45 mins) . .
10:45 . 10:45 10:45 10:45 .
Break (30 mins) Andrey Lebedev Break (30 mins)
11:00 11:00 11:00 11:00 11:00
11:15/!ntro to CCP4 Cloud (1hr) 11:15 ) . 11:15 MX from an Industrial Perspective 11:15 11:15
Eugene Krissinel, 12| Data I?rocessmg with XDS 221(30 mins) . : Crank-Z
11:30| Andrey Lebedev 11:30/(45 mins) 11:30/Alisa Powell 11:30 11:30|(45 mins)
Kay Diederichs i Pavol Skubak
11:45 11:45 11:45|Break (15 mins) 11:45 11:45
12:00 12:00|pata Reduction 12:00| An introduction to Coot 12:00 12:00|Experimental phasing case studies
12:15 . 12:15/(45 mins) 12:15/(45 mins) 12:15 Lunch (1h 12:15/(45 mins)
e (Lhr) James Beilsten-Edmunds Judit Debreczeni unch (1hr) Paula Salgado
12:30 12:30 12:30 12:30 12:30
12:45 12:45 12:45 12:45 12:45
PM CHAIR: . . . .
13:00 Lunch (1hr) 13:00 Lunch (1hr) 13:00 13:00 Lunch (1hr)
13:00 13:15 13:15 13:15 13:15
.15 |Basic Diffraction Th
13:15 (fr:; Hiraction Theory 13:30 13:30 13:30 13:30
13:30|kamel El Omari PM CHAIR: PM CHAIR: 13:45 PM CHAIR:
13:45 13:45| assessing data quality 13:45| Multi-crystal approaches 14:00 13:45|SHARP
14:00(Break (15 mins) 14:00/ (45 mins) 14:00/ (45 mins) 14:15 14:00|(45 mins)
R Kay Diederichs Selina Storm Clemens Vonrhein
14:15|Getting the best from photon 14:15 14:15 14:30 14:15
counting detectors . .
14:30 (45 mins) 14:30 Egz:gfci):gatlcs for structural 14:30| pathologies and pseudosymmetry 14:45 14:30
14:45|Andreas Forster 14:45 (a5 rrins) 14:45 |(45 mins) 15:00 Data Collection 14:45 )
15:00 Daniel Rigden G L EP Tutorials (1hr)
(s 15:00 g 15:00 15:15 15:00
15:15/(45 mins) 15:15 ) 15:15 ) 15:30 15:15
—|Elspeth Garman Break (30 mins) Break (30 mins)
15:30 15:30 15:30 15:45 15:30| 5 ok (30 mins)
15:45|Break (15 mins) 15:45 | Data processing tutorials (data 15:45 16:00 15:45
16:00 reduction / quality stats /multiple
—_|Radiation damage 16:00| gatasets) 16:00 16:15 16:00
16:15(45 mins) 16:15|(45 mins) 16:15 ) ) 16:30 16:15
Elspeth Garman Practical/own data time?
16:30 16:30 16:30 16:45 16:30|Work on your own data (1hr15)
16:45|YMXm 1645 Uploa‘d data & Linux tutorial 1645 1700 1645
(30 mins) 2%21(45 mins) - B B
17:00| Anna Warren 17:00 17:00 17:00




Diamond-CCP4 Data Collection & Structure Solution Workshop
Online programme, 2nd week: Monday 7 - Friday 11 December 2020

Monday 7 December Tuesday 8 December Wednesday 9 December Thursday 10 December Friday 11 December Talks
AM CHAIR: AM CHAIR: AM CHAIR: AM CHAIR: AM CHAIR: Practical
08:30 08:30 08:30 08:30 08:30 Break
08:45 Welcome back to Week 2 08:45 Informal Q&A 08:45 Informal Q&A 08:45 Informal Q&A 08:45 Informal Q&A Sod|
09:00 09:00 09:00 09:00 09:00
123
09:15|MR introduction and theory 09:15 (30 mins) 09:15/pm 09:15|Model validation and optimisation 09:15|ccPamec
09:30|(45 mins) 09:30|Ramona Duman 09:30|(45 mins) 09:30|(45 mins) 09:30|(45 mins)
Michail Isupov XEEL Hub Kevin Cowtan Robbie Joosten Stuart McNicholas
09:45 09:45 . 09:45 09:45 09:45
(30 mins) — - — — T
10:00{Molecular replacement case studies 10:00|Agata Butryn 10:00|Automated Model Building 10:00|VMXi/ Crystallisation facility 10:00 3\6 )
(30 mins) Adam Crawshaw Break (15 mins) (buccaneer / arpwarp / shelxe) (45 mins) ( mms)~
10:15 10:15 10:15| (45 mins) 10:15|jyan Sanchez-Weatherby & 10:15|Ana Casafial
10:30|Break (15 mins) 10:30|MR model selection, preparation 10:30|Isabel Uson 10:30|Halina Mikolajek 10:30 .
and assessing the solution Break (30 mins)
10:45 10:45| (45 mins) 10:45| ok (30 mins) 10:45 | ok (30 mins) 10:45 S —
. .00|Ronan Keegan . . .
11:00 Work on your own data (1hr) 11:00 11:00 11:00 11:00 (30 mins)
11:15 11:15|Break (15 mins) 11:15|REEMAC 11:15 11:15|Melanie Vollmar
11:30 11:30| Advanced molecular replacement 11:30 (:osb?:SN)icholls 11:30 11:30
11:45|Break (15 mins) 11:45|(45 mins) 11:45 11:45 Work on your own data (1hr30) 11:45
; —r : Michail Isupov Work on your own data (1hr)
12:00|Combined Likelihood MR/SAD in 12:00 12:00|gusTER 12:00 12:00
Phaser: Part 1 R
12:15| (45 mins) 12:15 12:15|(45 mins) 12:15 12:15
. Clemens Vonrhein
12:30|Airlie McCoy 12:30) b 1) 12:30 12:30 12:30
12:45 12:45 12:45 12:45 Lunch (1hr) 12:45 Lunch (1hr)
13:00 Lunch (1hr) 13:00 13:00 Lunch (1hr) 13:00 13:00
13:15 PM CHAIR: 13:15 13:15 13:15
: . . PM CHAIR: :
13:30 13:15| Advanced Coot and ligand fitting 14:15 ¢ AUEHE
PM CHAIR: 13:30/(45 mins) PM CHAIR: 13:30|pisa 13:30
R P . Daren Fearon X
13:45|Combined Likelihood MR/SAD in 13:45 13:45 13:45/(45 mins) 13:45
Phaser: Part 1 - - - Eugene Krissinel Work on your own data (1hr)
14:00 (45 mins) 14:00 |Ligand Tutorial (45 mins) 14:00 14:00 14:00
14:15|Airlie McCoy 14:15 14:15 14:15 14:15
14:30|Break (15 mins) 14:30 14:30 |Refinement Tutorials (1hr45) 14:30 14:30
14:45|MR Tutorials (hr) 14:45| 0 ok (30 mins) 14:45 14:45|Work on your own data (1hr15) 14:45 |Student feedback session - 5 min
presentations
15:00 15:00 15:00 15:00 15:00
15:15 15:15 15:15 15:15 15:15
15:30 15:30 15:30 Break (30 mins) 15:30 Break (30 mins) 15:30|Break (15 mins)
15:45|Break (15 mins) 15:45 15:45 15:45 15:45
.00|Work on your own data (1hr15) . . .00|Work on your own data (1hr15) .
16:00 16:00 Work on your own data (2hrs) 16:00 16:00 16:00 Student feedback session - 5 min
16:15 16:15 16:15 16:15 16:15|presentations
16:30 16:30 16:30|Work on your own data (1hr15) 16:30 16:30
Wrap up from organisers
16:45 16:45 16:45 16:45 16:45
17:00 17:00 17:00 17:00 17:00
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