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Potential drug-like inhibitors of Group 1 influenza neuraminidase

identified through computer-aided drug design
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2. Material and methods

2.1. Accounting for protein flexibility

To account for protein flexibility, we drew upon a molecular
dynamics simulation of neuraminidase that has been described
previously (Cheng et al., 2008). Protein conformations extracted
from this 40-ns simulation were clustered into 27 groups by root-
mean-square-deviation (RMSD) conformational clustering using
the gromos clustering algorithm, as implemented in the GRO-
MOS++ analysis software (Daura et al., 1999; Christen et al., 2005).
In brief, an RMSD distance was calculated for each pair of pro-
tein conformations extracted from the MD simulation. Those pairs
with associated RMSD distances greater than 1.3 A were discarded.
The single conformation most frequently present in the remaining
pairs, together with the other corresponding conformation of each
pair, were merged into a list of conformations called the first cluster.
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