
Figure 7. Convergence Analysis
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Left: For four transition state (TS) regions, 5
sample trajectories out of 150–200 harvested
in path sampling are shown. The dihedral-
angle interval between the dashed lines in
TS 3 defines the TS ensemble for Arg258’s
partial-rotation. Right (top): Order parame-
ter autocorrelation functions 〈χi(0)χi(t)〉 (in
units of Å2 for TS 1, and rad2 for TS 2–
4), where 〈·〉 denotes the average over the
ensemble of generated trajectories. Auto-
correlation functions are plotted with ini-
tial point 〈χi(0)χi(0)〉 ≈ 〈χA〉2 and end point
〈χi(0)χi(τ)〉 ≈ 〈χA〉〈χB〉, to indicate cross-
ing the barrier region between A and B
over time τ (see Fig. A1 in Appendix A);
χ4 was shifted by 180◦ before computing
〈χ4(0)χ4(t)〉 to include in the same plot.
Right (bottom): commitment probability dis-
tributions (CPDs) for TS regions 1–4 for ini-
tial (left) and converged TPS (right) trajecto-
ries, each calculated from 150–200 trajecto-
ries at a resolution of 0.25.




