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SI.1 Training set NPS

Table SI.1.1 Chemical structure, category and class of NPS reference standards belonging to the training set.

Reference Standard Chemical Structure Category Common Class
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S1.2 Validation set NPS

Table SI.2.1 Chemical structure, category and class of NPS reference standards belonging to the validation set.

NPS Chemical Structure Category Class
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SI.3 Test set NPS

Table SI.3.1 Chemical structure and class of NPS reference standards belonging to the test set.

NPS Chemical Structure Class
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SI.4 Line loading plot PC1-3
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Figure SI.4.1 PC1 (blue solid line), PC2 (red solid line) and PC3 (green solid line) loadings from the generated three

dimensional model system.
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