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Transition State Study on the S-Proline-catalyzed Direct Aldol Reaction between Acetone and
2,2-Dimethyl-propionaldehyde
FAN Jian-Fen*, WU Li-Fen

(Key Laboratory of Organic Synthesis of Jiangsu Province, College of Chemistry and Chemical Engineering, Suzhou
University, Suzhou 215006)

Abstract HF and DFT calculations were employed to study the four stereoi someric transition states in the stereo-
controlling step of the direct aldol reaction between acetone and 2,2-dimethyl-propional dehyde catalyzed by S-proline.
The solvent effect of DM SO wasinvolved. The calculation results revealed the enantiosel ectivity of the reaction.
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