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What's new? PyGBe

The PyGBe code (pronounced ‘pig-bee’) solves the linearized Poisson-Boltzmann
equation using a boundary element method,BEM. The underlying dense systems
are solved using a Krylov-subspace method, accelerated with a treecode to achieve
O(N log N) complexity.

The code presents a Python environment for the user, while computing all kernels
in CUDA (interfaced with PyCuda), for maximum ease of use, combined with high
performance on GPUs.

Results: | ysozyme molecule

One of the most important quantities obtained using this model is the solvation free
energy, which is widely used to study proteins, e.g., to obtain binding affinities.

In this example, we show the results of running PyGBe with a lysozyme molecule,
using increasingly refined surface meshes. The numbers of panels vary from 14,000
to 215,000 (approximately).
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