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Calculation of Optical Rotation Using Density Functional Theory and Deter mination of
Absolute Configuration for Soman

DING Xiao-Qin*'1, ZHAO Li-Feng?, DING Jun-Jiel, CHEN Ji-Sheng!
(1 Beijing Institute of Pharmaceutical Chemistry, Beijing 102205)
(2 School of Chemistry & Chemical Technology, Shanghai Jiaotong University, Shanghai 200240)

Abstract The determination of absolute configuration for chiral compounds is one of the most important problem in the
organic chemisty, especially for chira drug synthesis. Density functional theory (DFT/B3LY P) method with various
basis sets were employed and verified by calculating the optical rotational properties of two tested chiral compounds, and
than applied to the calculations of the optical rotational properties of soman to assign the absolute configuration of
soman. The absolute configurations of four isomers for soman are P(R),C(S)-soman—P(+)C(+), P(R),C(R)-soman—P
(+H)C(—), P(9),C(9-soman—P(—)C(+) and P(S),C(R)-soman—P(—)C(—).
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