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a) Final intercalation structures in a bundle at fixed density
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Figure S1. Intercalation in SWCNT (4,4) at fixed density (intercalation capacity shown in Figure 
3a)
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Figure S2. Intercalation in SWCNT (12,12) at fixed density (intercalation capacity shown in 
Figure 3b)

    

b) Model of SWCNT surface at fixed density
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Figure S3. Models used to evaluate Li intercalation in (4,4) and (12,12) open nanotubes.
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Figure S4. Li intercalation sites and energies in (4,4) open nanotubes.
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Figure S5. Li intercalation sites and energies in (12,12) open nanotubes.

Edge intercalation sites and energies
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Figure S6. Li intercalation sites and energies in (4,4) (left) and (12,12) (right) open nanotubes 
terminated by H atoms. The nomenclature h-I is used for intercalation inside and h-O for 
intercalation outside of the nanotube.


