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Reaction mechanisms on oxidosqualene cyclase using multistrucural
microiteration technique
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[ Abstract] Recently, we have proposed a multistructural microiteration (MSM) method
which is a simple extension of the QM/MM-ONIOM technique. The MSM method allows one
to take account of multi-surrounding structures in the reaction path calculations with a
reasonable computational cost. In this study, the MSM method has been applied to the reaction
mechanism of oxidosqualene cyclase(OSC). We will discuss about the reaction mechanism of
OSC and multi-surrounding structural effects along reaction paths.
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Figure 2. Optimized QM structure at reactant.
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Figure 3. Energy diagram of the cyclization path.
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