
……

Protein #1 Affinity

Protein #2 Affinity

Protein #3 Affinity

Protein #n Affinity

Protein #i Affinity …

Protein #1 Affinity

Protein #2 Affinity

Protein #3 Affinity

Protein #n Affinity

Protein #i Affinity

Fingerprints /Descriptors

Viewed as Graph

Viewed as SMILES String

O=C(Oc1ccccc1C(=O)O)C 

Convolutional  Neural Networks

Graph  Neural Networks

Multi-Layer Perceptron

Affinity

Affinity

Affinity

Multi-Layer Perceptron

Multi-Layer Perceptron

(a)

(b) (c)

R
ep

re
se

nt
at

io
n 

C
om

bi
na

tio
n 



  

