Supplementary Materials

Table S1. Continue of Table 1. BaN(%%) in ground and exited states, Electric Potential (EP) and Isotropic Fermi
Contact Couplings (MHz) (IFCC) for isolated and non- isolated positions of BNB.
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Table S2. Continue of table 2. Energies of BN /%) in ground and exited states inside the BNNT ring.
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Table S3. Continue of Table 3. Charges from ECP fitting for BNB in two position of isolated and external
field of (5, 5) BNNT.
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