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In silico simulations of polymer condensation: the
fractal globule as a metastable state1 LEON FURCHTGOTT*,
ASHOK CUTKOSKY*, NAJEEB TARAZI, Harvard University, EREZ
LIEBERMAN AIDEN, Harvard Society of Fellows — The fractal glob-
ule is a model for the metastable conformation of a long polymer after
initial immersion in a poor solvent. Recent experimental findings de-
scribing the conformation of the human genome at the megabase scale
are consistent with a fractal globule conformation. Here, we simulate the
collapse of a polymer in a poor solvent using both molecular dynamics
and Monte-Carlo simulations. We show that the statistics of the result-
ing configuration, such as radius of gyration, end-to-end distance, and
contact probability, are independent of the approach used to simulate
the condensation process. (* contributed equally).
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