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Fig 1. Optimized structures of (4,4) , (5,3) and (7,0) BNNTs


	
	


	
	


	
	


Fig. 2. The graph of isotropic shielding (iso) vs. QTAIM atomic charges of Boron and Nitrogen atoms in (4, 4), (5,3) and (7,0) BNNTs.
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Fig.3.The relation between chemical shielding and total-atomic magnetizabilities, (), of Boron and Nitrogen atoms in (4, 4), (5,3) and (7,0) BNNTs
Boron in (4,4) BNNT
2.2362704222000001	1.9465581284	2.2364150720999998	1.9474457502	1.9464640769999999	2.2364319014	1.9472658862000001	2.2364650885000001	2.2362930434999999	1.9464742370000001	2.2364161048	1.9474442666	1.9464610397	2.2363932869999998	1.9472431322999999	2.2367214573999998	83.713800000000006	46.527999999999999	83.627799999999993	46.457999999999998	46.528199999999998	83.713800000000006	46.457799999999999	83.627899999999997	83.713800000000006	46.527999999999999	83.627899999999997	46.457999999999998	46.528100000000002	83.713800000000006	46.457700000000003	83.627899999999997	atomic charge (a.u.)
σiso (ppm)
Nitrogen in (4,4) BNNT
-1.9652356418000001	-2.2183778908999998	-2.2181690611999998	-1.9645268042999999	-2.2184683428	-1.9651255698000001	-1.9645649377000001	-2.2181546069999998	-1.9652323712999999	-2.2184073682999998	-2.2181681892	-1.9645185363	-2.2184689531999999	-1.9651301614000001	-1.9645627460999999	-2.2181603376000001	-5.5659000000000001	102.5548	102.1788	-6.1356999999999999	102.5549	-5.5666000000000002	-6.1363000000000003	102.1788	-5.5658000000000003	102.5547	102.1789	-6.1363000000000003	102.5547	-5.5667	-6.1361999999999997	102.17870000000001	atomic charge (a.u.)
σiso (ppm)
Boron in (5,3) BNNT
2.1815896270000001	1.7797696452	1.8967375587999999	2.2225893496000002	1.8196293082999999	2.1744628545000002	1.7915097659999999	2.1834497981999998	2.2196415987	1.8947108789	2.2267903119999999	1.9010902105	1.9286994343999999	2.2175102387000001	1.8219316594999999	2.1758181622000001	77.253500000000003	40.897100000000002	38.434800000000003	81.883099999999999	41.497500000000002	85.523399999999995	38.269300000000001	79.141400000000004	84.248500000000007	42.8827	77.522300000000001	39.5242	54.111499999999999	84.019499999999994	41.462800000000001	81.282700000000006	atomic charge (a.u.)
σiso (ppm)
Nitrogen in (5,3) BNNT
-2.1697904075999999	-1.8266860435000001	-2.1821339605999999	-1.8703393504000001	-2.1963478526000002	-1.8564655121	-1.8084137124999999	-2.1663196168000001	-1.8738858395	-2.1835968986999998	-1.8713658126999999	-2.1955066176	-2.2060778996999999	-1.9646753886999999	-2.1938672459999999	-1.8710337805999999	144.68299999999999	-248.35480000000001	101.3259	-19.553100000000001	101.3674	-240.65369999999999	-343.03449999999998	167.4736	3.6086	96.358400000000003	-118.93	91.099299999999999	110.9336	32.593600000000002	117.8677	-248.41990000000001	atomic charge (a.u.)
σiso (ppm)
Boron in (7,0) BNNT
2.1579829450000001	1.6518048556	2.1635188037000002	1.6519945834	2.1820512548000002	1.6603505529	2.1823138535000002	1.6674606299000001	2.1819803275999998	1.7101894762000001	2.1816391158999999	1.6674191589	2.1633073926000002	1.6602347206000001	86.103700000000003	632.88589999999999	-79.893100000000004	632.80319999999995	-85.476299999999995	-470.53809999999999	48.844099999999997	862.66409999999996	49.106400000000001	1353.5472	-85.435599999999994	860.28869999999995	-79.989999999999995	-469.40750000000003	atomic charge (a.u.)
σiso (ppm)
Nitrogen in (7,0) BNNT
-1.6172546166999999	-2.1618570798999999	-1.6173437113	-2.1685108833000002	-1.6245016762	-2.2751905579999998	-1.6064774201000001	-2.2556875186999998	-1.6242625705	-2.2556286208	-1.6064521436999999	-2.2752189880999998	-1.6244700455000001	-2.1684904539000001	2430.3119999999999	589.05119999999999	2429.9052999999999	762.07590000000005	3380.2202000000002	3387.6071000000002	7612.5309999999999	1734.1086	4025.3719000000001	1733.6071999999999	7597.3198000000002	3384.9398000000001	3381.3166000000001	761.27200000000005	atomic charge (a.u.)
σiso (ppm)
Boron in (4,4) BNNT
-0.67280421247	-0.10850153126000001	-0.67387804328000001	-0.10828062845	-0.10947949678	-0.67297482271999998	-0.11559178740000001	-0.67503446226999997	-0.67214995636999997	-0.10919083262	-0.67384340437000001	-0.10846422487	-0.10931193148	-0.67249175201	-0.11063829595000001	-0.67351323492000004	83.713800000000006	46.527999999999999	83.627799999999993	46.457999999999998	46.528199999999998	83.713800000000006	46.457799999999999	83.627899999999997	83.713800000000006	46.527999999999999	83.627899999999997	46.457999999999998	46.528100000000002	83.713800000000006	46.457700000000003	83.627899999999997	() (cgs-ppm)
iso (ppm)
Nitrogen in (4,4) BNNT
-10.159206866	-10.42532246	-10.422275919	-10.149220486000001	-10.42627661	-10.160014347000001	-10.149218677	-10.423778789	-10.158685643	-10.425542050000001	-10.422412934	-10.149433567000001	-10.425694632000001	-10.159216281999999	-10.148878573999999	-10.422135126000001	-5.5659000000000001	102.5548	102.1788	-6.1356999999999999	102.5549	-5.5666000000000002	-6.1363000000000003	102.1788	-5.5658000000000003	102.5547	102.1789	-6.1363000000000003	102.5547	-5.5667	-6.1361999999999997	102.17870000000001	() (cgs-ppm)
iso (ppm)
Boron in (5,3) BNNT
-0.62053147836	0.52810855671000001	0.18331046958	-3.5618081672999999E-2	1.1975642894	0.20525770970000001	0.68906427191999997	-0.73334747891999996	-0.48524088012	6.6847807928999997E-2	-9.7754515616000001E-2	0.18611381703999999	-0.19868902913	0.12055005252000001	1.3876069285999999	0.53529303262000005	77.253500000000003	40.897100000000002	38.434800000000003	81.883099999999999	41.497500000000002	85.523399999999995	38.269300000000001	79.141400000000004	84.248500000000007	42.8827	77.522300000000001	39.5242	54.111499999999999	84.019499999999994	41.462800000000001	81.282700000000006	() (cgs-ppm)
iso (ppm)
Nitrogen in (5,3) BNNT
-7.4164113978000001	-4.0312315775999998	-10.125650414000001	-9.3278383130999991	-8.2226114727000006	-4.2927911525000004	-2.3254996300999999	-7.8846571639	-9.7826258231000001	-9.9506311236999991	-7.7596852345	-9.6124598172999995	-9.8470015984000003	-10.343127988999999	-7.8980000401000003	-3.8696093556000002	144.68299999999999	-248.35480000000001	101.3259	-19.553100000000001	101.3674	-240.65369999999999	-343.03449999999998	167.4736	3.6086	96.358400000000003	-118.93	91.099299999999999	110.9336	32.593600000000002	117.8677	-248.41990000000001	() (cgs-ppm)
iso (ppm)
Boron in (7,0) BNNT
-9.4810913660999994	-36.225107068	-11.562122714999999	-36.237859356000001	4.3321173909999997	-44.089270184	-9.8240231778999991	-61.888077695	-9.8357046512000004	88.529612291000007	4.3922188244999996	-61.782322612999998	-11.515765096000001	-44.085490235000002	86.103700000000003	632.88589999999999	-79.893100000000004	632.80319999999995	-85.476299999999995	-470.53809999999999	48.844099999999997	862.66409999999996	49.106400000000001	1353.5472	-85.435599999999994	860.28869999999995	-79.989999999999995	-469.40750000000003	() (cgs-ppm)
iso (ppm)
Nitrogen in (7,0) BNNT
17.244707906999999	-37.163887172000003	17.185325955	-71.757016402999994	-78.798389481000001	-184.26865918999999	-126.8462646	58.204019744999997	198.29008134	58.179328964	-126.58157404000001	-184.14742885000001	-78.708425390000002	-71.711049122999995	2430.3119999999999	589.05119999999999	2429.9052999999999	762.07590000000005	3380.2202000000002	3387.6071000000002	7612.5309999999999	1734.1086	4025.3719000000001	1733.6071999999999	7597.3198000000002	3384.9398000000001	3381.3166000000001	761.27200000000005	() (cgs-ppm)
iso (ppm)
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