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The top view of optimal configurations 

 

Fig. S1 Top view of after adsorption of (a) S8 (b) Li2S8 (c) Li2S6 (d) Li2S4 (e) Li2S2 with 

graphene and the content of different nitrogen species, respectively. 

  

 

 

 

 

 

 

 

 

 



The side view of optimal configurations 

 

Fig. S2 Side view of after adsorption of (a) S8 (b) Li2S8 (c) Li2S6 (d) Li2S4 (e) Li2S2 

with graphene and the content of different nitrogen species, respectively. Note the 

adsorption value of each configuration is explained below the figures. 

 

 

 

 

 

 

 



The side view of other optimized configurations 

 

Fig. S3 Different configurations and corresponding adsorption energies of Li2Sx 

(x=8,6,4,2) adsorbed on graphene (a), graphitic N(b), pyridinic N (c) and pyrrolic N (d). 


