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Many-body molecular dynamics: Chemical Accuracy Across Different Phases
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MB-fit: Workflow system for machine learning of many-body potential energy functions
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MBX: High-performance C++ / OpenMP code for MB-MD simulations

Application example:

New Features
: C++ library for * Modern C++ implementation MBX po.wered. conder?sed
3  MBX simulations * Periodic boundary conditions H,0 in CO, with coupled
1-P1 * Long-range electrostatics and dispersion cluster accuracy

ies via helPME library (chemrxiv.11288465.v1)
PIUARMED | energies via
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e User-friendly API for integration with
simulation codes
OpenMP  MD driver via i-PlI

Enabling HPC since 1997

* Free energies via PLUMED
e OpenMP parallel for 5

multi-core CPUs Software available at
* MPI support for multi- http://paesanigroup.ucsd.edu/software/
node clusters in progress Mmbx.html
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