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Correlation Coefficients - Numerical Values

Figure 1: Correlation coefficients for feature set.
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Correlation Coefficients - Heatmap
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Figure 2: Correlation coefficients for feature set as heatmap.
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Free Energy Calculations - Reduced XGB Model

Goodness of fit plot
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Figure 3: Goodness of fit plots for predicted (subscript XGB) and experimental values
(subscript EXP) for ∆Gsol regarding the reduced XGB model. The straight black lines
highlight a full coincidence.
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SHAP analysis
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Figure 4: Net SHAP values for feature ranking of the reduced XGB model for the prediction
of ∆Gsol.
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Free Enthalpy Calculations - Reduced XGB Model

Goodness of fit plot
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Figure 5: Goodness of fit plots for predicted (subscript XGB) and experimental values
(subscript EXP) for ∆Hsol regarding the reduced XGB model. The straight black lines
highlight a full coincidence.
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SHAP analysis
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Figure 6: Net SHAP values for feature ranking of the reduced XGB model for the prediction
of ∆Hsol.
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Free Entropy Calculations - Reduced ET Model

Goodness of fit plot
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Figure 7: Goodness of fit plots for predicted (subscript XGB) and experimental values
(subscript EXP) for∆Ssol regarding the reduced ET model. The straight black lines highlight
a full coincidence.
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SHAP analysis
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Figure 8: Net SHAP values for feature ranking of the reduced ET model for the prediction
of ∆Ssol.
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