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Prediction of separation materials suitable for COz capture
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Predicting method of the performance of COz absorbent by machine learning was investigated.
Some features for designing chemical absorption were obtained by quantum chemical calculation.
References on the performance of absorbents were collected and the dataset describing the relation
between amines, process parameters and performances. Predicting models were constructed using
features calculated by the combination of an existing descriptor calculator quantum chemical
calculation. The predicting performance was high (RMSE < 0.1) for absorbents consisting of existing
amines. On the other hand, the performance was lower (RMSE = ca. 0.2) for amine solutions that were
not included in the learning process. To improve the predicting performance, improvement of the

modeling method and finding of new features should be needed.
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