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Figure S1. Optimized geometries of different C-doped BN nanostructures considered in the
present study
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Figure S2. Optimized geometry and adsorption energy of a Li (left) or Sc atom (right) adsorbed
on the pure B;;N; nanocage
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Figure S3. Optimized geometry and adsorption energy of a Li or Sc atom adsorbed on the tetragon
ring of B;Ny;C and B,C;; nanocages: (a) Li@B,N;,C, (b) Sc@B,N;,C, (¢) Li@B,Cy,, and (d)
SC@B12C12.
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Figure S4. Evolution of the number of adsorbed H, molecules as a function of simulation time:
(a) 24H2/Li8@B12C]2 and (b) 16H2/SC4@B12C12
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