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Structural properties of two representative (4,4) armchair and (6,0) zigzag boron phosphide nano-
tubes (BP-NTs) are studied by density functional theory (DFT) calculations. To this aim, both struc-
tures and also the equivalent layer-like structures are individually optimized; afterwards, the boron-11
and phosphorous-31 chemical shielding (CS) tensors are calculated in the optimized structures. The
calculated energies indicate that tubular structures are stabilized and the CS tensors are divided into
some layers based on equality of electronic properties in the structures. All computations are per-
formed by Gaussian 98 program package.
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