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Looking back 40 years, biomolecule modeling
is no longer limited by our Molecular Dynamics
methods, our forcefields, or our tools for
predicting protein structures or docking poses
or even binding affinities. Computational
modeling is now a ftrusted tool for drug
discovery, and ML is bringing new
horsepower. What are the challenges for the
next 40 years? We need top-down theories
and models (cell function & molecular
structure, phenotype a genotype, rather than
the reverse) that explain WHY cells do what
they do, how fitness landscapes choose their
embodiments in molecules, the roles of
environment, and the multiplicities of the paths
and molecules that can embody cellular
function. [I'll speculate on what such theory
and computation might look like.

*ZOOM option available: https://asu.zoom.us/j/81517529537



