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PReSTO: Structural Biology Software in a High
Performance Compute Environment

PReSTO is a software stack for integrated structural biology adapted to high performance computing resources
at the Swedish National Infrastructure for Computing (SNIC) and the local MAX IV compute cluster. Our aim
is to support integrative structural biologists evaluate their data from macromolecular X-ray crystallogra-
phy (MX), X-ray free electron lasers (XFEL), nuclear magnetic resonance spectroscopy (NMR), cryo-electron
microscopy (cryo-EM), neutron scattering (NMX), and small-angle X-ray scattering (SAXS). The purpose of
PReSTO is to provide users with convenient access to useful software already set up and optimized for pow-
erful supercomputing platforms. The PReSTO team supports software updates and bugs and assists users by
facilitating access to the various platforms we support.
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