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I plan to cover a subject on all levels - from
beginners up to very advanced (i.e. to start from the simple things and then to go to very complex
ones).
1) Introduction to Amber: the theory and practice of biomolecular simulations using the Amber suite
of programs.
Program modules, Amber force-field types, QM/MM approach, continuum solvation
approach (General Born and Poisson-Boltzmann methods), replica exchange methods.
2) How to set-up calculations and what to do with non-standard residues.
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This tutorial will act as a basic introduction to LEaP, sander and ptraj, to build, solvate, run
molecular dynamics and analyse trajectories. It will also cover visualising trajectories using
the visualization software.

3) Running simple minimisations and MD simulations using the sander and pmemd modules.

4) Using dynamics simulations to estimate binding energetics.
The purpose of this tutorial is to begin thinking about how one might estimate energetics of
binding.

5) A simple coupled potential QM/MM/MD simulation.
With the release of AMBER 9 comes the ability to do very fast advanced coupled potential
QM/MM driven minimisation and MD. This tutorial will show how to set up a simple
QM/MM/MD simulation of NMA in solution using AMBER 9.

6) Analyzing results.
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