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Motivation Creon

» Mg possesses negative electrode potential (-2.37V vs. SHE), high volumetric capacity (3833 mA h cm=3 vs. 2061 mA h cm for Li),
long shelf life and environmentally benignity.

> Severe self-corrosion and blockage of Mg surface by discharge products lead to the loss of utilization efficiency and discharge o £ with complexme agent additives
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Improvement of model prediction by active learning

Workflow for data-driven discovery of battery electrolyte additives*
vy y vt Every several additional experimental data-points do improve the ML predictions.
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Summary and Outlook

Mg?* complexing agents improve the cell voltage of Mg-air battery via hindering the precipitation of discharge products.
Different Mg2* complexing agents should be used for various discharge loads to obtain optimal effect, according to their
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+ SOAP-based model generates intuitive structure— property landscapes that facilitate exploration of large areas of the chemical g 2000 =
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» When provided with more training data, significant improvements of the prediction accuracy were observed. E 1600 5

» Large, more representative dataset is needed for correct ML prediction. S 1400 £
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