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Table SI 1:  Structure influential chemicals and response outliers in L-QSTR models

Structure Influential chemicals Response outliers
Chemical name Chemical structure Chemical name Chemical structure
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Table SI 2:  structure influential chemicals and response outliers in G-QSTR models

Structure Influential chemicals Response outliers
Chemical name Chemical structure Chemical name Chemical structure
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Response outlier no. 1-4 are present in DTB G-QSTR model; Response outlier no. 5-11 are 
present in SVM G-QSTR model 

Table SI 3:  structure influential chemicals in QAAR model for P. reticulata

Chemical name Chemical structure
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SHdsCHhigh toxic
SHdsCHlow toxic

Lipoaffinity indexhigh toxic
Lipoaffinity indexlow toxic

nAtomPhigh toxic
nAtomPlow toxic
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Figure SI 1a: Box- Whisker plot of the MDs (SHdsCH, Lipoaffinity index and nAtomP) in 
L-QSTR models
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re SI 1b: Box- Whisker plot of the MDs (TopoPSA, MW) in L-QSTR model


