
Free Energy Calculations with Thermodynamic Integration in MOE using AMBER 

 

The calculation of the relative free energy of binding between ligands and a common receptor 

is of continued interest, especially with the widespread use of GPUs for Molecular 

Dynamics.  We describe a methodology for setting up and conducting Thermodynamic 

Integration calculations with the AMBER molecular dynamics engine.  The algorithmic 

methodology is presented along with the results of computational experiments. 

 


