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GENEOSs

A Group Equivariant Non-Expansive Operator F is a map between two functional
spaces ® = {p:X - R} and ¥ = {y:Y —» R} that, given two subgroups
G =€ Homeo(X) and K =2 Homeo(Y) and a fixed group homomorphism T: G — K,
has two properties:

1. Equivariance: F(poqg) = F(¢p) o T(g) forall p € ® and g € G.

2. Non-Expansivity: ||[F(@1) — F(@2)lle < ll91 — 2]l for all @1, @, € ©

The problem

4 )
i . 200 training
Potentials examples

N y J
TTOICMQOU N\ ~
TP IT DG o Prior n - 17
22330850 Knowledge GENEOnet parameters
38 =390 > /[ L J \ y
8 2585

il S EN = [ GENEOs ]— [Interpretable]

_ N
Protein { Rigid motions } T

. PDB file ) equivariance
4 ) )
Drug Discovery/ __m P1 P B
Repurposing | | BESTM 053 os1 .. 004 _Prediction

[Molecular Docking |

GENEOnet pipeline

GENEOnet

GENEOs can be powerful mathematical
Method tools f(_)r eXplainable Machine
Learning and Al.
GENEOnet
P2Rank . Few trainable parameters.
. Intrepretability of the parameters.
. Can incorporate Prior Knowledge.
CAVIAR . Equivariance by design.
. Necessity of fewer training data.
. Lower computational complexity
Fpocket compared to similar deep networks.
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