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Breaking the Equivariance

Loss surface around local
minima of trained models on
N-body dynamical system.

Two models, one invariant and one equivariant, are
trained on the electron density of a single water
molecule. Both networks are tested on three randomly
rotated versions of the in put water molecule
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Training a GNN to match the perturbation noise is equivalent to learning a pseudo force field
when assuming the probability of atomic positions around a sampled conformation follows a Orb = non-equivariant graph network simulator. .
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