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Figure S1. Optimized structures of 8-HQ on the surface of the pristine and Cu&Ni functionalized B12N12 
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Figure S2. The bond length of 8-HQ on the surface of the pristine and Cu&Ni functionalized B12N12. 
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Figure S3.  The IR plots of 8-HQ on the surface of the pristine and Cu&Ni functionalized B12N12 
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