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Key Contributions of Atomic-Scale Simulations to Design Solid Polymer Electrolytes
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Electrolyte Morphology
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Electrochemical Stability (ES)

» Simulations predict charge carrier salt
dependent morphology for
P(AN-ran-BuA)g; 33

* Heterogeneous morphology with Lil;
the latter forms nano-pipes and
nano-lamellas that are enclosed by
polymer domains

« Homogeneous distribution of LITFSI
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Side view
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Elasticity & Mechanical Properties
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Exp. R. Bouchet et al. Cl1arge transport in Nanostructured PS-PEO-PS triblock copolymer electrolytes, Macromolecules, 2014, 47,8, 2659-2665
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