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Figure S1. The crystal structure of C5678. The basic unit double inversed pentagon-heptagon alignments are 

highlighted by blue.



Figure S2. Band structure of C5678 calculated by using HSE06 hybrid functional.



Figure S3. The lowest energy adsorption configurations of Li on the surface of C5678 under different lithium adsorbed 

concentrations.



Table S1 structure information of C5678.

C5678

   1.0
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