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Supplementary Figure S1. Workflow of drug interaction profile analysis

The entire matrix of drug interactions (50x25 for the literature set) was assigned to replicate 1 or
2. To eliminate systematic bias, the replicates were randomized. This translates to 2 sets of
matrices of 25 query drugs x 25 array drugs x 1000 randomizations for the literature set. The
Euclidean distance from each row of data from set 1 to all other rows from set 2 was iteratively
determined for all 1000 randomizations. A correct identification of the query drug was
considered when the minimum Euclidean distance between each row in set 1 corresponded to
the same row in set 2 (for example, oxacillin replicate 1 ‘OXA1’ to oxacillin replicate 2 ‘OXA2’).
The same randomized datasets were assessed for the Spearman’s correlation between each
row of set 1 and all rows in set 2. In this setup, a correct identification of the query drug was
considered when the maximum correlation between each row in set 1 corresponded to the
same row in set 2. Oxacillin was nearly always identified by its drug interaction similarity by the
correlation metric, and was identified in the majority of cases by the distance metric.



