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There are several approaches for -calculating binding free energies, with
single-trajectory MM-PBSA being particularly useful when the relative energy differences
between configurations are most significant. These methods also become a very popular
option since they can be applied to a vast variety of systems, including protein-protein,
protein-ligand and even protein-membrane binding events. MM-PBSA can generate binding
energies over time, with various force-fields, and can be used to investigate the impact of
protonation changes in a complex stability.

With this in mind, we have just developed PyBindE, a single-trajectory MM-PBSA
Python implementation designed to be easily inserted into existing MD protocols [1].
Although PyBindE is in its early stages of validation it has already been applied to a few
different systems of protein-protein and protein-ligand. Here, we provide a detailed
description of the PyBindE implementation, how it can be easily installed and inserted into
MD simulations pipelines and some of the results from on-going and published projects [2].
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