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We present a method of generating quality chemical descriptors derived
from quantities fundamental to ab-initio quantum molecular dynamics (QMD).
A generalizable method of generating descriptors is presented, with a spe-
cific example utilizing electronic eigenvalues. Preliminary results indicate
that dynamical eigenvalue descriptors contain more information than their
static counterparts based on quantitative structure-activity models of nico-
tinic acetylcholine receptor binding and net oral bioavailability (the well
known Topliss dataset).


