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Mon-C5: face-sharing Mon-CS: edge-sharing CS: comer-sharing C5: isolated
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Materials database -+ @ Materials project inorganic database

» - ) .l' e (Quaternary Li oxides)
o f"l = ) l'
- @ Grouping by framework

@ @ * @ @ (8,572 entries in 1,728 distinct groups)

- @ Framework connectivity
Non-CS CS (2,822 CS entries in 637 groups)

CRQlED
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- @ Chemical suitability
(378 entries in 178 groups)

- @ Experimentally known compounds
(122 entries in 56 groups)

- @ AIMD at 1,000 K in two compositions
(31 entries with high ionic conductivities)

Fully converged AIMD excluding
known fast conductors

v

Ten new superionic conductors

Experimental verification
of selected candidate

v

LiGa(SeO,),
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Wolume of octahedion (A7)
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Symmetric coordination environmeant Distorted coordination emvironment
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