Electronic Supplementary Material (ESI) for MedChemComm.
This journal is © The Royal Society of Chemistry 2017

In silico Prediction of Chemical Subcellular Localization via

Multi-classification Methods

Hongbin Yang, Xiao Li, Yingchun Cai, Qin Wang, Weihua Li, Guixia Liu, Yun Tang*

Shanghai Key Laboratory of New Drug Design, School of Pharmacy, East China University of
Science and Technology, Shanghai 200237, China

Supplementary Table 1: Performance of models from 5-fold cross validation.

Feature Method Qtotal Q1 Q> Q3 Q4
CDK kNN 0.709 0.720 0.616 0.778 0.830
CDK SVM 0.756 0.705 0.811 0.728 0.739
CDK ANN 0.747 0.720 0.753 0.765 0.761
CDK RF 0.703 0.561 0.858 0.593 0.682
CDK NB 0.529 0.621 0.463 0.506 0.557
CDK CT 0.570 0.530 0.532 0.568 0.716
SubFP kNN 0.686 0.705 0.653 0.654 0.761
SubFP SVM 0.719 0.636 0.795 0.605 0.784
SubFP ANN 0.69 0.674 0.684 0.617 0.795
SubFP RF 0.599 0.455 0.937 0.099 0.545
SubFP NB 0.625 0.621 0.647 0.506 0.693
SubFP CT 0.646 0.576 0.637 0.580 0.830
Estate kNN 0.703 0.629 0.721 0.691 0.784
Estate SVM 0.705 0.667 0.768 0.593 0.727
Estate ANN 0.684 0.629 0.732 0.617 0.727
Estate RF 0.605 0.462 0.916 0.173 0.545
Estate NB 0.603 0.583 0.632 0.531 0.636
Estate CT 0.668 0.644 0.663 0.605 0.773
Pubchem kNN 0.711 0.697 0.674 0.765 0.761
Pubchem SVM 0.745 0.727 0.763 0.691 0.784
Pubchem ANN 0.713 0.682 0.716 0.716 0.75
Pubchem RF 0.692 0.682 0.747 0.593 0.682
Pubchem NB 0.560 0.545 0.605 0.519 0.523
Pubchem CT 0.648 0.568 0.663 0.642 0.739

KRFP kNN 0.715 0.742 0.668 0.691 0.795

KRFP SVM 0.753 0.674 0.832 0.679 0.773
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Supplemental Table 2: Compounds that contain the key substructures.
The caption 1 means the compound is 2-hydroxyethan-1-aminium derivatives
(containing substructure 1) and the caption 2 means the compound is

N-ethyl-2-hydroxy-N-methylethan-1-aminium derivatives (containing substructure 2).
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Supplemental Figure S1
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Figure S1. The significant substructures drawn by SMARTSviewer. The numeric

orders are corresponding to the Table 6 and Table 7.




