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Agenda 12th  

Å Thursday 12th  March 

 

Å 09.00 ï 10.30 Welcome & Introduction 

Å 10.30 ï 11.00 Break   

Å 11.00 ï 11.45 Atomistic MD 

Å 11.45 ï 12.30 Simulation Strategies & HPC 

Å 12.30 ï 14.00 Lunch 

Å 14.00 ï 15.00 Simulation Setup 

Å 15.00 ï 16.00 Setup and Analysis Hands On 

Å 16.00 ï 16.30 Break 

Å 16.30 ï 18.00 Setup and Analysis Hands On 



Agenda 13th  

Å Friday 13th  March 

 

Å 09.00 ï 09.30 MoDEL 

Å 09.30 ï 10.30 Simulation Data Management 

Å 10.30 ï 11.00 Break 

Å 11.00 ï 12.00 Coarse-Grained MD 

Å 12.00 ï 13.00 Application Examples 

Å 13.00 ï 14.00 Lunch 

Å 14.00 ï 16.00 CG Hands On 

Å 16.00 ï 16.30 Break 

Å 16.30 ï 18.00 Free Hands On 

 



Index 

Å Introduction. 

Å Molecular Dynamics: importance & use limitations. 

Å MoDEL, MDMoby & MDWeb. 

Å Molecular Dynamics on Web (MDWeb). 

Å MDWeb Setup: Structure Checking, Workflows & Operations, MD Run. 

Å MDWeb Analysis: Basic Analysis & FlexServ. 

Å Simulation Setup and Analysis Hands-on. 

Å MinoTauro. 

Å Simulation Setup (MDWeb). 

Å Trajectory Analysis (MDWeb / NAFlex). 

Å Simulation Run (MDWeb ï MinoTauro). 



Introduction: Molecular Dynamics  

RMSd docking solutions 
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Protein Channels, Drug Cavities 

MDGrid 

Carrillo et al, Proteins 2008, 70, 892-899 

Å Molecular Flexibility: 

wt 

TyrB10->Phe 

GlnE11->Ala 

Gate Opening Molecular 

Switch. 

Bidon-Chanal et al, JACS 

2007, 129, 6782-6788 



Introduction: MD Limitations 

Large Computational Resources 

Force Fields Uncertainties 
High level of expertise needed 


