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Numerical profiling of chemical structure and prediction of environmental
toxicity of chemical substances using partial least squares method
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In this research, for ecological toxicity prediction of chemical substances,
we proposed a parameter-free QSAR modeling method (TFS-PLS method) using PLS latent variables
derived from topological fragment spectra (TFS). We verified its usefulness with real data. We also
showed that a more accurate prediction result can be obtained by combining the method with active
sampling of training set based on structural similarity.
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