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Supplementary Figure 1: Variable Importance Plot for chemical structure features generated by Random
Forest method. The Mean Decrease in Gini, a measure of variable importance for estimating a target
variable, was calculated for the top 30 chemical structures critical for compound classification. The most
important chemical structure features are located at the top of the plot and have the largest Mean

Decrease in Gini values.
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Supplementary Figure 2: Variable Importance Plot for Tox21 assays generated by Random Forest
method. The top 30 Tox21 assays are shown, with the most important assays located at the top of the

plot with the largest Mean Decrease in Gini values.



