
DATA

QM9
~110K

QM7
~7.5K

2D

N[C@H](C)C(=O)O
1D

3D ORACLE CALL
(DFT)

GNN

MPNN

GP

LLA

UPDATE SURROGATE

+

LLM

MAXIMIZE
PROPERTY 
MINIMIZE
ORACLE CALLS

BO LOOP

ACQUISITION
FUNCTION

Molecule
Net

~28K

GEOM
DRUGS
~318K


