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Figure S1. Relaxed structures of (a) Br@(8,8), Br@(9,9) and Br@(10,10). Corresponding charge density 
plots (d-f) are also shown. 

 
 

 
Figure S2. Relaxed structures of (a) I@(8,8), I@(9,9) and I@(10,10). Corresponding charge density 
plots (d-f) are also shown. 


