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Band / NEB, Lennard-Jones 38 transition-state separation

eOn (develop 500350d9) · energy-weighted CI-NEB
eOn (develop 500350d9) · CI-NEB lj/cut
eOn (develop 500350d9) · doubly nudged CI-NEB
eOn (develop 500350d9) · CI-NEB ljcluster
rgsaddle (0.2.2) · CI-NEB energy-weighted
eOn (develop 500350d9) · OCI-NEB

Dolan-Moré profile for Band / NEB on Lennard-Jones 38 transition-state separation. The curve is

the fraction of starts whose cost is at most tau times the best finite cost in this family. Tau is 1, 2,

4, 8, and 16. An unsolved start stays in the denominator and does not cross a finite tau. Dolan, E.

D. and Moré, J. J., Math. Program. 91:201-213, 2002. Colored lines are the six largest areas. The

other curves are gray.


