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Development of high-resolution interaction-energy-space decomposition analysis
for next-generation in silico drug discovery
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o Fragment molecular orbital (FMO) method is one of the computational methods
that can efficiently perform highly accurate quantum chemistry calculations on biomacromolecules.

Interfragment interaction energy (IFIE) is frequently used in FMO analysis as an index of
local-interaction stability inside a large molecule.

In this study, | developed a program that enables intuitive component analysis of IFIE by fusing FMO
method and natural energy decomposition analysis capable of decomposing interaction energy into its
electronic mechanism components, and showed the applicability of this methodology for in silico

drug discovery.
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