Collaborative Computational Project for Biological Simulations (CCPBioSim) Training week

Sheffield, 28 September — 2 October 2026.

Venue: Workstation, 15 Paternoster Row, Sheffield S12BX

Day 1 Monday 28 September

12.00 - 13.00 | Registrations and Lunch

13.00 - 15.00 | Preparing a system for MD simulation (Charlie Laughton and Bindu Kolli)
15.00 - 15.30 Refreshments

15.30-17.00 [ Basic MD simulations: (Charlie Laughton and Jas Kalayan)

a) using the command line and Amber
b) using Jupyter notebooks and OpenMM

Day 2 Tuesday 29 September

9.00 -9.30 Arrival Refreshments

9.30-11.00 Basic analysis of MD data (Charlie Laughton and Sarah Fegan)

11.00 - 11.30 | Refreshments

11.30-13.00 [ Continued: Basic analysis of MD data (Charlie Laughton and Sarah
Fegan)

13.00 - 14.00 | Lunch

14.00 - 15.00 | How to set up (and analyse) a nucleic acid simulation (Shozeb Haider)

15.00 - 15.30 [ Refreshments

15.30-17.00 | Continued: nucleic acid simulations (Shozeb Haider)

Day 3 Wednesday 30 September

9.00 -9.30 Arrival Refreshments

9.30-11.00 Docking (Geoff Wells)

11.00 - 11.30 [ Refreshments

11.30 - 13.00 [ Boosting Innovation (Kate Harris)

13.00 - 14.00 | Lunch

14.00 - 15.00 | Introduction to Coarse Grained (CG) simulations (Chelsea Brown)




15.00 - 15.30

Refreshments

15.30 - 17.00

Continued: CG simulations (Chelsea Brown)

Day 4 Thursday 1 October

9.00-9.30 Arrival Refreshments

9.30-11.00 Prediction of Ligand Binding Affinities (Charlie Laughton)

11.00 - 11.30 [ Refreshments

11.30 - 13.00 [ Applications of Machine Learning to MD (Charlie Laughton)

13.00 - 14.00 | Lunch

14.00 - 15.00 Ligand parameterization (using OpenFF tools) and charge assignment
(with AshGC) (Danny Cole and Finlay Clark)

15.00 - 15.30 | Refreshments break

15.30 - 17.00 | Running MD and analysis of a protein-ligand system (Danny Cole and
Finlay Clark)

Day 5 Friday 2 October

9.00-9.30 Arrival Refreshments

9.30-11.00 Open Free Energy (Irfan Alibay)

11.00 - 11.30 | Refreshment break

11.30-13.00 [ Continued: Open Free Energy (Irfan Alibay)
13.00 - 14.00 | Lunch

End of the training after lunch.




