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Agueous solubility. Measured as log (solubility measured in mol/I)

The logarithm of the distribution coefficient is the ratio of the sum of the concentrations of all species of the compound
(cation, anion and neutral) in octanol to the sum of the concentrations of all species of the compound in water

Equilibrium constant between the protonated and deprotonated forms of the compound, based on it’s partial charge
distribution at pH7.4

Topological Polar Surface Area; formed by polarized atoms of the compound. Shows good correlation with passive molecular
transport through membranes and useful to estimate the transport properties of drugs.

Number of rotatable bonds in the compound. One of the topological descriptors

Number of aromatic rings in the compound. One of the topological descriptors

The logarithm of the partition coefficient is the ratio of the concentration of the compound in octanol to its concentration in
water. This is a measure of its lipophilicity and is useful to help predict the penetration of drugs through biological
membranes

Hydrogen Bond Donor; the sum of atoms in the molecule which have hydrogen donor properties
Hydrogen Bond Acceptor; the sum of atoms in the molecule which have hydrogen acceptor properties

Molecular Weight
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