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Table S1. Percentage of variability and eigenvalue explained by each principal component of Principal
Component Analysis.

Principal Eigenvalue Proportion of explained Cumulative proportion of explained
components variance variance

PC1 22,09 44,19 44,19
PC2 12,74 25,49 69,68
PC3 3,65 7,30 76,98
PC4 2,64 5,28 82,26
PC5 2,26 4,52 86,79
PCé6 1,98 3,97 90,76
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Figure S1. Relation between the bioactivities and the first four retained principal component. For
compounds numbers refer to Table 1.



