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By combining data science with
computational chemistry, these models
Wil assist on predicting new catalysts with
unprecedented speed and accuracy.
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Using large data sets of catalytic activity
from industry and academia, through
models based on IQSAR design, it will
provide new chemical structures.

How it works

I' Hyperparameter Selection and Cross Validation } Complex Prediction
| e | Thermodynamic Accuracy
Training G _:_, Properties
Set . ) i Using our
Descriptors — Proprieta ry Algorithm

Testing

Structure
Design

Set

Extraction Prediction

v
Major Project Beyond PhD Project: 2-4 years 30‘y
. (o]

Progress:

: Taillor-Made
Commercial

Production of valuable and  Creating value fromm Fast and economic production Software Licensing Framework
cost-effective catalysts iIndustry data of high-end chemicals

Graphics and elements used with Venngage and Slidesgo commercial license. | Pilot ‘Proof of Concept’ Study journal publishing is forthcoming. | Economic data : Sci of the Total Environment, 2017 (598) 931-936.

Funded by:

Fundacao
F T para a Ciéncia M IT
e a Tecnologia

This work also received support from FCT through funding for the project PTDC/QUI-QIN/30649/2017.
The authors also thank FCT support to LAQV-REQUIMTE (UIDB/QUI/50006/2020).

under the Doctoral Grant SFRH/BD/151159/2021 | Data Science



