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Behavior of the PDrCA (Picking up Discrete reaction Center Atoms)-method applied to alkanes
(*Wakayama University * *Graduate School of Systems Engineering, Wakayama University)
(OKazuhiro Tanaka,' Akira Mukai,” Hideo Yamakado'*

The PDrCA (Picking up Discrete reaction Center Atoms)-method has been proposed for the
purpose of applying the Scaled Hypersphere Search method by reducing the number of
variables and the calculation time when searching for conformers of large molecules.

In this study, the PDrCA method using GRRM17 was applied to search for alkanes with
LADD=5, and compared with LADDf-method search with LADD=5. PM3 calculation was
used as the calculation method. When the number of selected atoms is three, the PDrCA-
method exerted the same effect as the conventional LADDf-method searches for molecules up
to CsHi», and found about 70% of EQs which were found in the conventional LADDf-method
search in C¢His. In C;His, the PDrCA-method found an EQ that was not found in the
conventional LADDf-method searches.
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