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Fig 1. (a) Alanine dipeptide molecule and
number of each atom. (b) PMF with dihedral
angles ¢, as variables. Committor pp is
widely distributed and the dividing line is not
clear.
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Fig 2. Particle configurations and
corresponding graph structure.
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Fig 3. (a) Regression results from deep learning (b)

of  interatomic distance Te—10
Te_11 indicated by XAIL We can distinguish
between states A and B and see that the saddle point
is bounded by a structure in the transition state
p B~ 0 5 .
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