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Calculation of Partial Charges of Huge Molecular Systems
by Parallel Computing
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It is almost impossible to treat the huge molecules as photosysthetic bacteria by ab ini-
tio molecular orbital theory, then we need to treat the molecules by the molecular mechanic
method, which is a classical methodology. The charge equilibration method is convenient
method to calculate the partial charges in the molecule. In order to calculate the charges,
we need to solve the linear equation whose order is the same as the number of atoms in the
molecule. The case which the number of atoms becomes large (~20000) it is difficult to solve
the linear equation on the computer with single CPU. In this report, we try to efficiently
calculate the partial charges of the atoms in Rhodpseudmonas viridis by parallel computing.
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