




















































































Figure 2. Structural comparisons of hits from the primary screen. A, Network view of lipid accumulating
small molecules. Compounds identified in the primary screen and verified using an 8-point dose response
curve were clustered according to their Tanimoto similarity score. Each node represents a unique small
molecule. Edges represent the structural similarities at a Tanimoto score cuttoff of 0.70. Data for the relevant
compound at 30 µM (red), 15 µM (green) and 10 µM (blue) are mapped in a pie chart. The node size
represents the fold change of each chemical (30 µM). A portion of the network is magnified to show clustered
compounds having structural similarities. B, Clustering analysis of active compounds using Ward’s linkage
method. Distance was calculated based on Tanimoto coefficient and Estate bit fingerprints were used for
similarity calculations. One of the clusters was highlighted showing the admantane moiety. Note, some of the
compounds are presented as salts of HCl; 2 HCl molecules indicate chiral enantiomers.
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