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Figure S1. The Results of PLS-DA analysis of cannabinoids with naphthoypyrrole core and 
cannabinoids with indole, azaindole, or indazole core groups: (a) score plot of the training set 
and (b) prediction set using GA as the variable selection method. (c) LV1 with the weights. 
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Figure S2. The Results of PLS-DA analysis of indole core containing cannabinoids versus 
azaindole or indazole core containing cannabinoids: (a) score plot of the training set and (b) 
prediction set using GA as the variable selection method. (c) LV1 with the weights. 
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Figure S3. The Results of PLS-DA analysis of cannabinoids containing naphthyl head group 
versus cannabinoids containing other head groups: (a) score plot of the training set and (b) 
prediction set using GA as the variable selection method. (c) LV1 with the weights. 
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Figure S4. The Results of PLS-DA analysis of cannabinoids containing FUB tail group versus 
cannabinoids containing other head groups: (a) score plot of the training set and (b) prediction 
set with using GA as the variable selection method. (c) LV1 with the weights. 
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Figure S5. The Results of PLS-DA analysis of cannabinoids containing 5-Fluoro tail group 
versus cannabinoids containing other tail groups: (a) score plot of the training set and (b) 
prediction set using GA as the variable selection method. (c) LV1 with the weights. 
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