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Processor Architecture for Molecular Orbital Calculation

KeEnTA NAKAMURA | HIDENORI HATAE
MUNEYUKI HARADA |1t MaAasaMiTsU UEHARA [+
Hisao SATO ,iz SHIGERU OBARA ,# HIROAKI HONDA 3
UNpPEI NAGASHIMA i+ YuicHt INADOMI s
and KAZUAKI MURAKAMI#

We are developing a custom processor for ab initio Molecular Orbital Calculation to reduce
the calculation time. Using characterization of two-electron integrals in the “Obara method,”
it is possible to reduce the calculation time. This paper describes an outline of processor
architecture for Molecular Orbital Calculation. We propose and evaluate organizing method
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for Recursive Function Engine which a part of custom processor.
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