fo) S
Y

Source molecular scaffold

+

N\,

(05

0~

F
F

Source molecular fragments

Input  Middle layer

-

Decorator: assembly of molecular scaffold and fragments

Middle layer

Output

S F
o
- %*F
O-

oo

Generation new molecules

B
(] (e [ - (e
W oW ow

Pre-training
(10" molecules images)

ImageMol

Fine-tuning
(1.6x10" molecules images)

!

Predictions activity

Cc

!

Virtual database
(140569)

Drug-like properties
(19250)

Cluster
(2000)

Screening model

(50)

D

s 7
B VAQIRS Vvt
o-
o_ .. COOH
0, ":p
Hooc g NNO
H
Q =
Ho. [o]

Predicted top compounds

. !
k Chemical synthesis
!

ul é Biometric verification



