
Input data
(structure, property, condition)

Configuration
(Model config, rounds)

Initial labeled set (L0)

Initial unlabeled pool (U0)

Validation set (V)

Data loading

Model initialization

Training on Li

Validate on V

MC dropout inference

Mean 𝝁, Uncertainty 𝝈

Exploitation
Select top 20 best 𝝁

Exploitation
Select top 20 highest 𝝈

Acquisition strategy

Query set
Selection (Qi)

Experimental labeling
Update dataset
Li ∪ Qi → Li+1
Ui \ Qi→ Ui+1

Highest yield
catalyst-condition pair

Active learning loop

Data and model initialization
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