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@ We have successfully used bias exchange molecular dynamics to explore the
conformational space of a 60-residue polyglutamine.

@ We have identified a wide variety of structured conformations that present several
different shapes, number of contacts, secondary structural elements and
mechanical stabilities, among other descriptors, in agreement with experiments.

@ We have discovered knotted conformations with an average width of 35 residues,
close to the pathological threshold of many glutamine-related diseases, including
Huntington.

@ We propose knotting of the conformations as one of the possible toxicity
mechanisms related to polyglutamine.
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