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Abstract. In a chemoinformatics laboratory of NII, we have been conducting several 
chemoinformatics research projects concerning the development of new methodologies for 
representation, classification, and organization of chemical information, and their applications to 
practical problems in chemistry, including chemical reaction prediction, NMR chemical shift estima-
tion, and chemical structural elucidation, to meet the requirements of state-of-the-art of organic 
chemistry. In this lecture, I will give a brief introduction of our recent activities on these 
chemoinformatics topics especially for organic chemistry with some demonstrations. 
 
References 
Satoh H, Koshino H, Uzawa J, and Nakata T, “CAST/CNMR: Highly Accurate 13C-NMR Chemical 
Shift Prediction System Considering Stereochemistry”, Tetrahedron 2003, 59, 4539. 
Satoh H, Koshino H, Uno T, Koichi S, Iwata S, Nakata T, “Effective Consideration of Ring Structures 
in CAST/CNMR for Highly Accurate 13C NMR Chemical Shift Prediction, Tetrahedron, 2005, 61, 
7431. 
Koshino H, Satoh H, Yamada T, Esumi Y, “Structural Revision of Peribysins C and D”, Tetrahedron 
Letters, 2006, 47, 4623. 
Satoh H, Funatsu K, Takano K, and Nakata T, “Classification and Prediction of Reagents’ Roles by 
FRAU System with Self-organizing Neural Network Model”, Bull. Chem. Soc. Jpn. 2000, 73, 1955. 
Satoh H, “Numerical Representation of Stereochemical Environments by Using FRAU”, Croatica 
Chimica Acta 2007, 80(2), 217. 
Satoh, H., Aoki, A., Asaoka, H.: “ChemoJun: Chemical Graphics Open Source Library”, J. Comput. 
Aided Chem., 2006, 7, 141. 

 
 Ulrich Jordis     Kurt Varmuza 
 Institut für Angewandte Synthesechemie  Institut für Chemical Engineering 
 ujordis@ioc.tuwien.ac.at    kvarmuza@email.tuwien.ac.at 
 58801-15460     58801-16060 


