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TABLE S1: Hyperparameter selection for the GPT model. [1]
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TABLE S2: Grid search results for the GPT model (part 1). [1]
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TABLE S3: Grid search results for the GPT model (part 2). [1]
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TABLE S4: Grid search results for the GPT model (part 3). [1]
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TABLE S5: Average of computed ion transport properties of generated polymers in the 1st

iteration
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TABLE S6: Average of computed ion transport properties of generated polymers in the

2nd Iteration
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FIG. S1: Comparison of the ionic conductivity, ions’ diffusivity, and free ion concentration

between PEO and the generated polymers with higher conductivity. The first point in each

plot represents the ion transport properties of PEO. All reported data in this graph are

computed from molecular dynamics (MD) simulations.
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FIG. S2: Effect of salt concentration on ionic conductivity captured in MD simulations.

The position of maximum ionic conductivity depends on the polymer structure and occurs

at different salt molalities for different polymers.
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