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Strictly Localized Equivariant Message-passing

While MPNN is not

Strictly Localized Equivariant Message-
passing

Receptive field is fixed during updates
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Strict Locality via 𝑉%&

Electrical neutralization
 #electrons = #protons in each direction

Screening Effect
 Typical Screening Radius:

Diamond: 2.76 a.u   Sil: 4.28 a.u. and Ge: 4.71 a.u.

Efficiency Transferability

Parallelizability

Sota Accuracy on molecules with semi-local variant LEM

Fitting Overlap with 1.4% of increase of cost

A Strictly local will maintain the many-body interactive updates of 
MPNN like framework is beneficial to physical quantities 

predictions. 

Fitting Density Matrix and used to do 
one-shot DFT SCF calculation.
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Spotlight

Sota Accuracy across basis angular momentum


