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Large-scale fragment molecular orbital calculations on the supercomputer Fugaku
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For the supercomputer Fugaku, we have improved ABINIT-MP (which is a program for fragment
molecular orbital (FMO) calculations) to perform interaction analysis on proteins related to infectious
diseases and to evaluate parameters for coarse-grained simulations of mesoscale systems. This document
summarizes the current status of ABINIT-MP on Fugaku and various related applications.
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