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Figure S 1 Optimized structure of all studied αGyNTs. 
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Figure S 2 Optimized structure of all studied βGyNTs. 
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Figure S 3 Optimized structure of all studied γGyNTs. 
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Figure S 4 Optimized structure of αGy (a), βGy (b) and γGy (c) when reaching the maximum storage Na capacities.  
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Figure S 5 Optimized geometries with maximum storage capacity of (a) (2, 2)-αGyNT, 

(b) (3, 3)-αGyNT, (c) (4, 4)-αGyNT, (d) (4, 0)-αGyNT, (e) (5, 0)-αGyNT. 
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Figure S 6 Optimized geometries with maximum storage capacity of (a) (2, 2)- βGyNT, 

(b) (3, 3)- βGyNT, (c) (4, 4)- βGyNT, (d) (3, 0)- βGyNT, (e) (4, 0)- βGyNT. 
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Figure S 7 Optimized geometries with maximum storage capacity of (a) (2, 2)-γGyNT, 

(b) (3, 3)- γGyNT, (c) (4, 4)- γGyNT, (d) (3, 0)- γGyNT, (e) (5, 0)- γGyNT. 
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Figure S 8 Energy surfaces of Na diffusion on (a) αGy, (b) βGy, (c) γGy, and Na 

penetrates on (d) γGy. 

 


