Modeling small drug molecules and the winding career path that got me here
Caitlin C. Bannan

Today, | am a Lead Scientific Software Developer at OpenEye, Cadence Design Systems.
However, if you told me that in 2012 when | finished my BS in chemistry, | wouldn’t have
believed you. In this presentation, | will share my winding career path including an early
dream of teaching high school science, work in inorganic and radiochemistry laboratories,
to the decision to pursue a PhD in computational chemistry, and how that got me to
OpenEye [1]. This journey will include my graduate research at the University of California,
Irvine with David Mobley, and the Open Force Field Consortium (OpenFF) [2]. OpenFF’s
close connections with the pharmaceutical industry helped shape my goalto pursue a
career in industry after school. In my job now, | have had the opportunity to build and
manage quantum chemical (QC) workflows on Orion, OpenEye’s cloud platform for drug
discovery [3] and contribute to important research into small molecule crystal structure
prediction [4]. Throughout this presentation I’llinclude an overview of the scientific
research I’ve contributed too. This will include my work on cheminformatics fits into force
field development and how my work on small molecule crystal structure prediction and QC
calculations impacts the drug discovery pipeline.
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