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Supplementary Figures and Tables

Figure S1. (A) AUC using the top K features of HIC with ablated terms. 
(B) Cumulative variance explained by principal components.
Figure S2. ROC curve for predicting antibacterial activity of commercially available EOs.
Table S1. Literature data on antibacterial activity of 562 EOs.
Table S2. Chemical composition of antibacterial EOs in literature.
Table S3. Chemical constituents of EOs and their hierarchy in ChemOnt classes.
Table S4. Predicted and observed antibacterial activity of EOs in test dataset.
Table S5. Chemical composition of EOs from Santalum album and Daucus carota var. sativus analyzed by GC/MS.

[image: ]
Figure S1 (A) AUC using the top K features of HIC with ablated terms. Mutual information (MI) and each of the other terms (LV: hierarchical level, B: branch statistical significance, T: tree statistical significance) of hierarchical information criterion (HIC) were used to rank the features. (B) Cumulative variance explained by principal components.
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[bookmark: _GoBack]Figure S2. ROC curve for predicting antibacterial activity of commercially available EOs. Composition data of chemical constituents (Comp) with/without chemical ontology (ChemOnt) classes were trained to classify the essential oils. Thirty two features (Table 2) were selected prior to training for Comp + ChemOnt data.
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