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3C NMR calculation for multi-step synthesis of amino acids
(Graduate School of Nanobioscience, Yokohama City University) OMasato Oikawa

To design the key steps in multi-step synthesis of complex amino acids, we have been studied
the strategy based on DFT calculation for analysis of the selectivities and the structures. Herein,
we studied enantiospecific synthesis of amino acid derivative 2 via the chiral morpholinone 1,
stereospecifically prepared over four steps starting with Ugi four-component coupling reaction.
Prediction of the stable conformers, thermodynamics, as well as the >*C NMR profiles of the
possible  products were conducted employing ©B97X-V/6-311+G(2df,2p)[6—
311+G*]//oB97X-D/6-31G* model to establish an efficient route for synthesis of amino acid
derivative. Other examples along the strategy will be also presented.”
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