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Figure S1. The most stable complexes obtained upon interaction of the guanine molecule with the surface of the NbBN cluster (H, I, J, K and L).
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Figure S2. Frontier molecular orbitals (FMO) plots of the Nb-doped BN nanosheet and their formed complexes upon interaction with the guanine molecule (H, I, J, K and L).
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Figure S3. The electron density difference (EDD) isosurfaces for the complexes H, I, J, K and L.
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