DFT analysis of valproic acid adsorption onto Al12/B12-N12/P12 nanocages with solvent effects
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Fig.S1a	DOS spectrum of VLA
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Fig.S1b	DOS spectrum of (a) Al12N12 and (b) VLA-Al12N12
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Fig.S1c	DOS spectrum of (a) Al12P12 and (b) VLA-Al12P12
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Fig.S1d	DOS spectrum of (a) B12N12 and (b) VLA-B12N12
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Fig.S1e	DOS spectrum of (a) B12P12 and (b) VLA-B12P12
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Fig.S2a	Theoretical Raman spectrum of VLA
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Fig.S2b	Theoretical Raman spectrum of VLA-NCs in the range 3500-2000 cm-1
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Fig.S2c	Theoretical Raman spectrum of VLA-NCs in the range 2000-0 cm-1
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