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Development of a non-iterative combination of MC-MOZ method and MO
theory using linear response approximation
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Fig.1 Error in SFE computed by the present method with

Types A, B and C.
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Fig.2 RDFs around water (solute) computed by the
present method (Types A, B, and C) and MC-MOZ-SCF.

Table 1 Computational time of benzene and water
molecules by the present method with Type C and
MC-MOZ-SCF (unit: second).

water benzene
3CPUs 6CPUs 3CPUs 6CPUs
this work 71 77 1233 640

MC-MOZ-SCF 146 159 8204 3653
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