S9 Fig. Conformational clustering of active site residues throughout a 500ns molecular dynamics
simulation. States were assigned by clustering the Cartesian coordinates of the active site residues
and biuret using the k-means algorithm (k = 20). Top: Discrete trajectory showing the
conformational state of the active site throughout the course of the simulation. Bottom: Network
diagram showing Markovian state model (lag time = 40 ns) of the conformational transitions
between clustered states. The area of each node is proportional to the equilibrium probability of
the state while the thickness of the arrows is proportional to the transition probability.
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