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A Gene expression profiles of chloramphenicol B Chemical descriptor profiles of chloramphenicol
and its biological neighbors and its chemical neighbors
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C Gene expression profile of carbamazepine D Chemical descriptor profiles of carbamazepine
and its biological neighbors and its chemical neighbors
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Figure S1. Descriptor profiles of chloramphenicol and (A) its biological neighbors across 30 genes, (B), its chemical neighbors across 304 chemical
descriptors, and carbamazepine and (C) its biological neighbors across 30 genes, and (D) its chemical neighbors across 304 chemical descriptors. Each
diamond marks a descriptor value of the target compound or its neighbors used for RA-ANN (red for toxic, black for nontoxic). For each descriptor, these
values within the neighborhood form a range (orange ribbon). Descriptors are ranked in increasing range (i.e. orange bands widen along the x-axis).
Target compounds with more similar neighbors are expected to exhibit narrower orange bands (e.g. panel A shows the narrow band formed by
chloramphenicol and its highly similar biological neighbors). Smaller dots mark descriptor values of all other compounds and show their distribution
along each descriptor dimension. Likewise, they are colored according to toxicity (red for toxic, black for nontoxic). All 304 chemical descriptors are
shown although only every other 10 descriptor is labeled on the horizontal axis.



