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Figure S1. A) General form of the structure—activity similarity (SAS) maps showing four major regions. Regions | and Il
are associated with scaffold hopping and smooth SAR, respectively. Region Il does not provide relevant information
and region IV indicates discontinuous SAR and activity cliffs. Actual (B) and simplified SAS maps for a data set of 91
compounds tested against Giardia intestinalis: C) Categorical map showing the distribution of the data point in each of
the four quadrants of the SAS map; D) Filtered map displaying the ‘active regions’ of the landscape i.e., pairs of
compounds that contain at least one active molecular in the pair; and E) Density map that shows the amount of data
points in each region using a continuous color scale from red (more data points) to gray color (less data points). The
simplified SAS maps are designed to aid in the visual representation and interpretation of the SAS maps.
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Figure S2. Chemical structures of the two main clusters obtained in the visual representation of the chemical space of

140 pyrimidine hydroxyl amide compounds (continued in next page).
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Figure S2 (contd.)
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