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Development of automatic reaction path search method for macromolecular systems
3. Report

To make a fusion research theme among organic, medical, theoretical and
information researchers come true, we tried to extend the multistructral microiteration
method. In previous MSM (-ME) method, an electrostatic interaction between reaction
center and surrounding atoms has been treated classically. To describe the interaction
quantum mechanically, we have extended to MSM(-EE) method. As a result, MSM-EE
gave results in reasonably good agreement with experimental ones, while MSM-ME
underestimated barrier height more than 5 kcal mol'. Based on these results, we
considered that our method become one of tools for a reaction design used enzyme and
proposed a new theme.
Regarding a budget, we bought a software and using for arrangement of research
environment. Especially our development and test calculations promoted due to an

installed new software.
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