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inflammatory medication candidates with suitable pharmacokinetic profiles. The pkCSM, a strategy for
predicting and optimizing the pharmacokinetic properties of small molecules based on distance-based graph
signatures was used in this work. The pkCSM employed 20 predictors separated into four groups: absorption,
distribution, metabolism, and excretion. Based on the prediction findings, there are five substances with the
best pharmacokinetic features, 8a-methyl-3,4,4a,5,6,7-hexahydro-2H-naphthalene-1,8-dione, (E)-3,7,11,15-
tetramethylhexadec-2-en-1-ol, 2-methylenecholestan-3-ol, 5-(hydroxymethyl) furan-2-carbaldehyde and 2,3-
dihydro-2,5-dimethyl-5H-1,4-dioxepin.
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