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Text S4: Orientation of loops 150 and 430 in relation to the charged binding
funnel.

The electrostatic potential of N1 neuraminidase (as discussed in the main text) revealed a novel charged
binding funnel which may direct the passage of oseltamivir. In previous studies, two flexible loops (150
and 430) at the periphery of the binding pocket appeared to play an important role in ligand binding [1,2].
The positions of these loops, though, are located sufficiently distant from the novel charged binding funnel
such that they quite apparently do not function as gating elements for this particular pathway. This is
illustrated in Figure S7.
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