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We are developing a custom logic for Molecular Orbital Calculatio to reduce the calculation time. The
execution time is O(N*) where N is the number of basis functions, and most of the time is spent to the
calculations of two-electron integrals. Using high Instruction-Level Parallelism in two-electron integrals
and parallelism of two-electron integrals, it is possible to reduce the calculation time. This paper evaluates
the performance of VLIW(Very Long Instruction Word) architecture with a lot of floating-point Multiply
and Adder Unit.
calcurations of two-electron integrals is about 13 times, compared to having a Mul/Add unit.

It is observed that the speedup achieved by having sixteen Mul/Add unit for the
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