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ABSTRACT: Boron nitride (BN) and carbon are chemical
analogues of each other and share similar structures such as
one-dimensional nanotubes, two-dimensional nanosheets
characterized by sp2 bonding, and three-dimensional diamond
structures characterized by sp3 bonding. However, unlike
carbon which can be metallic in one, two, and three
dimensions, BN is an insulator, irrespective of its structure
and dimensionality. On the basis of state-of-the-art theoretical
calculations, we propose a tetragonal phase of BN which is
both dynamically stable and metallic. Analysis of its band
structure, density of states, and electron localization function confirms the origin of the metallic behavior to be due to the
delocalized B 2p electrons. The metallicity exhibited in the studied three-dimensional BN structures can lead to materials beyond
conventional ceramics as well as to materials with potential for applications in electronic devices.

1. INTRODUCTION

Boron and nitrogen, the left and right neighbors of carbon in
the periodic table, form an interesting family of binary boron
nitride (BN) compounds similar to those of carbon materials
but display different mechanical,1 thermal,2 optical,3−5 and
catalytic6 properties. Due to its exceptional thermal and
chemical stability compared to carbon-based materials, BN is
widely used as a high-temperature ceramic material which can
withstand extremely harsh environment. Especially, because of
the difference in electronegativity, B and N form strongly
polarized covalent bonds and BN is an insulator. Although
elementary boron7 and nitrogen8 appear to be metallic under
high pressure, BN remains an insulator even when severely
compressed.5,9 All currently identified three-dimensional (3D)
BN phases are insulating3,4 including cubic-BN (c-BN),
wurtzite BN (w-BN), layered hexagonal BN (h-BN), and
rhombic BN (r-BN). No exception to this behavior is found
even in the recently predicted new BN polymorphs.9−14 In two
dimensions (2D), monolayer hexagonal BN, known as white
graphene, was also found to be an insulator with a wide band
gap of around 6.0 eV.15 Other 2D BN allotropes have been
widely studied and found to be semiconducting16 with wide
band gaps. In one-dimensional (1D) systems, BN nanotubes,
irrespective of their chirality and radius,17−19 are insulators, and
BN nanoribbons20,21 are also semiconducting, irrespective of
their shape and width. This is in contrast to carbon where
nanotubes and graphene nanoribbons can be metallic or
semiconducting depending on their chirality and morphology.
Engineering of electronic structure of materials as a way to

tailor their electronic properties is a topic of great general
interest in science and technology. For instance, extensive

attempts have been made to open the bandgap in gapless
graphene22 and tune semiconducting silicon or germanium
from indirect-bandgap to direct-bandgap.23−25 In the case of
BN, practical application in electronic devices is hindered
because of its wide band gap. This has stimulated recent
research in reducing or even closing the band gap. For example,
H-terminated c-BN thin f ilm was found to become metallic
when its thickness exceeds a critical threshold of 0.69 nm.26

The band gap closure in BN nanoribbons can also be achieved
by introducing foreign atoms27,28 or applying electric field.21

However, in many practical applications, 3D structures are
preferable over functionalized thin films and edge-decorated
nanoribbons. Because metallic 3D BN would be a promising
candidate for application in electronic devices, the question
arises: is it possible to design and synthesize a new 3D BN
structure that can display intrinsic metallicity without
introduction of any foreign atoms or application of an external
electric field? A comprehensive study is presented here to
demonstrate such a possibility.

2. COMPUTATIONAL DETAILS
Determination of Geometry and Electronic Properties. Our

calculations are based on density functional theory (DFT) and are
performed using the Vienna Ab initio Simulation Package (VASP)29

with Projector Augmented Wave (PAW) potential.30 Plane waves with
kinetic energy cutoff of 500 eV are used to expand the wave function
of valence electrons (2s22p3 for B and 2s22p5 for N). When
investigating the structural properties, we use the revised Perdew−
Burke−Ernzerhof functional for solid (PBEsol)31,32 within generalized
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gradient approximation (GGA) to treat the exchange-correlation
interaction between electrons. To ensure an accurate determination of
electronic properties, calculations are repeated using the hybrid
Heyd−Scuseria−Ernzerhof functional (HSE06).33,34 Partial occupancy
of valence electrons is described using a Gaussian smearing scheme
with a width of 0.005 eV. Full geometry optimizations are carried out
by using the convergence thresholds of 10−4 eV, 10−3 eV/Å, and 2π ×
0.02 Å−1 for total energy, ionic force component, and k point spacing
(Monkhorst−Pack sampling scheme35), respectively.
Phonon Properties. Lattice vibrational properties are calculated

using the density functional perturbation theory (DFPT).36 Before
calculation of the phonons, the structures are reoptimized using a
higher convergence criteria, namely, 10−8 eV for total energy and 10−6

eV/Å for Hellmann−Feynman Force, respectively. The dynamical
matrix is then calculated by VASP 5.2, based on which force constants
are calculated using Phonopy code,37 and phonon band dispersions
and frequency DOS are obtained by solving the dynamical equations.
Bader Charge Analysis. Most charge analysis methods such as

Mulliken population analysis are based on electron wave functions and
thus sensitive to the type and cutoff of basis sets. Bader analysis,38 on
the other hand, makes use of what are called zero flux surfaces to
divide atoms, and the analysis is merely dependent on charge density
distribution. The charge enclosed within the Bader volume is a good
approximation to the total electronic charge of an atom. In our work,
Bader charge analysis is performed using the code developed by
Henkelman’s group.39−41

3. RESULTS

Atomic Configuration. The inspiration to search for a new
allotrope of BN that is metallic came from the analogy between
BN and C. For all-sp3 bonded structures, both carbon and BN
are insulating. However, in the presence of sp2 hybridization
mode, carbon is known to be metallic or semimetallic as in
nanotubes (with certain chirality), graphite, and graphene.
However, unlike graphene, in the all-sp2 bonded h-BN sheet,
the electronegativity difference between B and N breaks the
symmetry of the bipartite honeycomb lattice and leads to the a
wide bandgap.42 Hence, we considered building a sp2-sp3

hybrid BN system which can take advantage of boron’s
electron-deficient feature to create multicenter bonds. In a 3D
BN formed with interlocking hexagons, sp2 and sp3

configurations can coexist, and metallicity could arise provided
electron delocalization can be achieved.
The new 3D BN structure we designed has a tetragonal

primitive cell (space group P4 ̅m2, no. 115) containing three
formula units, as shown in Figure 1. We therefore term it as T-
B3N3. The optimized lattice parameters are a = b = 2.64 Å, and
c = 6.11 Å. There are four chemically nonequivalent atoms in
the primitive cell, labeled as B1, N1, B2, and N2 in Figure 1.
Their atomic Wyckoff positions are given in Table 1. The B1
(N1) atom adopts distorted sp3 hybridization and binds to four
N2 (B2) atoms with a bond length of 1.57 Å which is
comparable to that in the c-BN and w-BN. The B2 (N2) atom
is sp2-hybridized and each B2 (N2) binds to two N1 (B1)
atoms and one N2 (B2) atom. The bond length between N2
and B2 atoms is 1.35 Å, showing unusual double bond
character43,44 which may induce some novel properties in this
new polymorph.
Dynamic Stability. We first calculate the phonon

dispersion and frequency density of states (DOS) to ensure
the dynamical stability of the T-B3N3 structure. The calculated
results are plotted in Figure 1d. The absence of soft modes
within the entire Brillouin Zone clearly indicates that this
configuration corresponds to a minimum in the potential
energy surface (PES). A significant phonon gap is observed in

the band dispersion, separating the vibrational modes into the
low frequency (0−32.4 THz) and the high frequency (40.5−48
THz) regions. The phonon DOS shows that the high frequency
modes are entirely contributed by the B2 and N2 atoms, and
the partial DOS of (B2 + N2) and total DOS overlap in the
high frequency region. Detailed analysis indicates that these
modes correspond to vibrations of the double bond formed
between the B2 and N2 atoms.

Energetic Stability. Total energy calculations are per-
formed to investigate the thermodynamic stability. The
calculated total energy−volume curve for the T-B3N3 is plotted
in Figure 2 and compared with some other BN allotropes.
From the energetic point of view, the T-B3N3 is found to be
metastable as compared to the well-known c-BN and w-BN but
has a cohesive energy larger than that of the previously reported
rocksalt5,9 and NiAs-type9 structures. Due to its nanoporosity,
T-B3N3 has lower density at equilibrium than that of the high
pressure phases (bct-BN,9,10 Z-BN,11,13 P-BN,14 rocksalt,5,9 and
NiAs-type9 BN). For comparison, additional calculations were
also performed for some BN nanostructures including small BN
nanotubes19 (BNNTs) and BN cages.45,46 We found that the
T-B3N3 is energetically more stable than (3, 0) BNNT, (4, 0)

Figure 1. (a) Perspective view, (b) view from the [001] direction, (c)
view from the [100] direction, and (d) phonon dispersion and
frequency DOS of the T-B3N3 structure. The high symmetry q point
path in the Brillouin Zone is chosen as: Γ (0, 0, 0) → X (1/2, 0, 0) →
M (1/2, 1/2, 0) → Γ (0, 0, 0) → Z (0, 0, 1/2) → R (1/2, 0, 1/2) →A
(1/2, 1/2, 1/2) → Z (0, 0, 1/2) (see the insert).

Table 1. Atomic Positions, Bader Charge and Volume, and
Bond Length of the T-B3N3 Structure

atom Wyckoff position
Bader

charge, e
Bader volume

(Å3)
bond length

(Å)

B1 1c (0.5, 0.5, 0.5) 0.81 1.70 dB1−N2 = 1.57
N1 1b (0.5, 0.5, 0.0) 7.23 12.00 dN1−B2 = 1.57
B2 2g (0.0, 0.5,

0.8602)
0.94 2.39 dB2−N2 = 1.35

N2 2g (0.0, 0.5,
0.6378)

7.03 12.04 dN2−B2 = 1.35
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BNNT, and B12N12 and B24N24 cages, respectively (see Table
2).

Electronic Properties. The electronic properties of T-B3N3
structure is studied by computing the electronic band structure.
The results are given in Figure 3a. We see that a partially
occupied band (the 13th band from the bottom) crosses the
Fermi level in the vicinity of M point in the Brillouin Zone,
suggesting that the T-B3N3 is metallic. Because standard DFT
calculations are well-known to underestimate the band gap, we

repeated the band structure calculations using the screened
hybrid functional HSE0633,34 which has been demonstrated to
be more accurate in describing the exchange-correlation energy
of electrons in solids. The results are plotted in Figure 3. The
partially occupied band-crossing feature at the Fermi level still
remains (see Figure 3a), thus confirming the metallicity of T-
B3N3.
To explore the origin of metallicity, we calculated the DOS

projected onto the atomic orbitals of the four nonequivalent
atoms in the primitive cell. We note that the electronic states
near the Fermi level are mainly contributed by the py orbitals of
B2, as shown in Figure 3b; the contribution from N2 is small
and that from B1 and N1 is negligible. Bader charge analysis
(see Table 1) suggests that the B2 atoms have less charge
transferred to the neighboring N atoms and have atomic
volume (Bader volume) larger than that of the B1 atoms,
indicating that electrons in the B2 atoms are more delocalized.
To further visualize the partially occupied conduction band in
real space, we calculated the band decomposed charge densities.
These are plotted in Figure 4a and 4b, showing that the charge

density of the partially occupied band is mainly contributed by
B2 atoms with small contribution from N2 atoms. This is
consistent with our observation from the PDOS. It is
interesting to note that the charge densities around N1 and
B1 are localized, while the charges in the region of the four
nearest B2 atoms are delocalized and form a pyramid-like
distribution. A conducting network parallel to the (001) crystal
surface is thus formed by the two layers of B2 atoms connected
by these delocalized electrons. Therefore, it is reasonable to
assume that the metallicity of T-B3N3 is derived from these
delocalized states. The electron localization function (ELF)
provides a good description of electron delocalization in

Figure 2. Volume dependence of total energy for some crystalline BN
allotropes.

Table 2. Cohesive Energies (in eV/f.u.) of Some
Nanostructured BN Allotropes Relative to the T-B3N3 and
T-B7N7 Phases

structures symmetry relative energy

T-B3N3 P4̅m2 0.00
T-B7N7 P4̅m2 −0.09
B12N12 cage Th 0.64
B24N24 cage S8 0.26
(3, 0) BNNT Pmc21 0.94
(4, 0) BNNT P4cc 0.19

Figure 3. Electronic structure of the T-B3N3. (a) Band structure (red:
GGA/PBE; blue: HSE06) and (b) projected DOS for the B2 atom in
the unit cell (GGA/PBE). The Fermi level is shifted to 0.0 eV. The
electronic DOS is in arbitrary units.

Figure 4. Band decomposed charge density distribution (the 13th
band) and slices of electron localization function (ELF) of the T-B3N3.
Panels a and c are viewed from the [010] direction, and panels b and d
from the [001 ̅] direction. The isovalue for charge density is 0.15 e/Å3,
and the reference bar for ELF value is provided at the bottom.
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molecules47 and solids48 and is a useful tool for chemical bond
classification.49 The ELF refers to the jellium-like homogeneous
electron gas and renormalizes the value to between 0.00 and
1.00. The values of 1.00 and 0.50 correspond to fully localized
and fully delocalized electrons, respectively, while the value 0.00
refers to very low charge density. We calculated the ELF of T-
B3N3 to identify its delocalization character. Slices parallel to
the (010) and (001 ̅) crystal faces crossing the B2 atoms are
plotted in Figure 4c and 4d, respectively. With the ELF value
close to 0.50 resembling that in bulk Al and Al-based clusters,50

delocalization in the regions near the B2 atoms is evident. This
further confirms that the presence of unusual metallicity of T-
B3N3 is intimately associated with the delocalized states
originating from the peculiar atomic configuration.
An Extension of the Metallic Phase. Having elucidated

the origin of metallicity in the T-B3N3, we extended this
structure by increasing the number of B2 and N2 atoms in the
unit cell to see if metallicity can be enhanced. This leads to the
structure shown in Figure 5a and 5b. We term it as T-B7N7, as

there are seven BN formula units in the primitive cell. Phonon
spectra confirm that T-B7N7 is also dynamically stable without
any imaginary frequency (see Figure 5c). The total energy
calculation shows that it has a slightly larger cohesive energy as
compared to the T-B3N3 structure (see Figure 2 and Table 2).
A parallel study on the electronic structure reveals that the T-
B7N7 is metallic as expected (see the band structure in Figure
6a). The ELF analysis shown in Figure 6b confirms that the
delocalized charges are also from B2 sites. A systematic study of
the stability and metallicity of T-BxNx (x = 11, 15, and 19) has
been carried out further. The calculated results are plotted in
Figure 7. Similarly, the conducting networks formed by the
delocalized electrons in the planes parallel to the (001) face are
also observed for all the studied systems with sp2-sp3-hybridized
BN allotropes. From the calculated total energy, we see that
increasing the ratio of B2 and N2 atoms not only enhances the
metallicity but also improves the thermodynamic stability, as is
shown in Figure 7. This in essence implies a paradigm shift for
constructing a metallic BN by “fusing” the AA stacked
multilayer h-BN alternatively. This is distinct from the

conventional compression of h-BN that leads to all sp3

hybridization and an insulating state.9−11,13,14 The present
“fused” configurations exhibit sp2-sp3 hybrid characteristics,
where the B1 and N1 atoms with sp3 bonding anchor the h-BN
layers with an interlayer distance of 2.64 Å. This separation is
much smaller than that in ordinary layered h-BN structures
(3.33 Å14). The reduced distance enhances the interlayer
interactions, leading to the electron delocalization on the B2
sites with sp2 configurations and hence resulting in metallicity.

Figure 5. (a) Perspective view, (b) view from the [001] direction, and
(c) phonon dispersion and vibrational DOS of the T-B7N7 structure.

Figure 6. Electronic structure of the T-B7N7. (a) Electronic band
structure of the T-B7N7 using HSE06 functional. The Fermi level is
shifted to 0.00 eV. (b) Selected slices 1, 2, and 3 for plotting the ELF.
The lower panel with the color map shows the isodensity values.

Figure 7. Variation of total energy per BN unit of the metallic T-BxNx
(x = 4n − 1, n = 1, 2, 3, 4, and 5) allotropes with respect to the
proportion of B2 and N2 atoms.
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4. DISCUSSION

To better understand the metallicity displayed in the studied
3D BN structures, it is worth recalling the following facts. (1)
Boron is a versatile element which can form multielectron-
multicenter bonds due to its electron-deficient character.51 For
example, in the well-known superconducting magnesium
diboride (MgB2), B atoms form graphitic layers with Mg
intercalated between them. Here the 2p states of B form a
delocalized π network responsible for the metallicity of MgB2,
and the strong coupling with the in-plane vibrational modes of
B atoms leads to high-Tc superconductivity.52,53 Therefore,
similar to the situation in MgB2, the metallicity exhibited in T-
B3N3 is understandable. (2) The electron delocalization feature
in T-B3N3 is also reminiscent of the well-known BN system,
namely, the cyclic borazine (B3N3H6). As an inorganic
isoelectronic analogue of benzene, the cyclic borazine resembles
benzene in structure as well as in some properties. For instance,
many studies have found that in both benzene and borazine the
π electrons are delocalized overall.54,55 Although aromaticity in
borazine is only half of that of benzene, the unusual parallel
behavior between benzene and its BN analogue, borazine, in
electron delocalization implies the possibility to achieve
metallicity in BN materials. (3) During the revision process,
we came to know of a tetragonal carbon allotrope known as
“glitter”,56−58 which can be viewed as a chemical analogue of T-
B3N3. However, the metallicity of “glitter”, according to
Bucknum et al.,56−58 is due to its special “spiroconjugation”
geometry and the resultant overlap of the dispersive π and π*
band near the Fermi level, while the metallicity of T-B3N3 is
mainly due to the delocalized electrons at B sites. (4) Recent
experimental and theoretical advances have demonstrated that
some elements would undergo intriguing insulator−metal (like
hydrogen59 and boron7) or metal−insulator (like lithium60−62

and sodium63) transitions when the atomic configurations are
changed under compression.64 Here for the first time we show
that the well-known insulating BN can become metallic when
its atomic configuration is changed. Our finding provides new
insights into the understanding of BN materials.
To aid experimentalists in the synthesis of this new phase of

BN, we stress that the building blocks of the tetragonal phase of
BN are interlocked BN hexagons. This can be achieved by
using borazine (B3N3H6) as a precursor. Note that borazine is
the chemical analogue of benzene (C6H6) which has already
been used in the synthesis of hexagonal carbon structures such
as nanotubes and graphene. Similarly, borazine has been
recently used in the synthesis of BN nanotubes and BN
sheets.65,66 The procedure for forming interlocking molecular
structures has also been recently discussed by Ayme et al.67

5. CONCLUSIONS

In summary, a comprehensive first-principles DFT study of
possible metallicity in 3D BN is performed. We have shown
that the 3D BN structures composed of interlocking BN
hexagons are metallic and dynamically stable. These newly
designed 3D BN structures (T-BxNx, x = 4n − 1, n = 1, 2, 3...)
are hybrid systems with one B and one N atom in sp3

hybridization and (4n − 2) sp2-bonded B and N atoms
respectively per unit cell. The sp3 bonded B (N) atom binds to
its surrounding four sp2 bonded N (B) atoms forming the 3D
backbone and is responsible for stability. The sp2 bonded B
atoms, on the other hand, play the key role in rendering the
conducting network and metallicity. This special geometrical

feature results in a unique property: unlike previously reported
functionalized c-BN thin film whose metallicity stems from
strong inbuilt polarization, the metallicity in 3D T-BxNx is
intrinsic and comes from the delocalized electrons distributed
around the B2 sites. The metallicity exhibited in the studied
structures opens new door for BN materials with potential
applications in electron transport, metal-free catalysis, and
electronic devices. We hope that the present theoretical
prediction will stimulate experimental interest.
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1. Total energies of the studied BN structures (in Hartree): 

 

BN Structures Total Energy/unit cell Total Energy/formula unit 

T-B3N3 -1.723224 -0.5744081 

T-B7N7 -4.044343 -0.5777633 

T-B11N11 -6.388787 -0.5807988 

T-B15N15 -8.731237 -0.5820825 

T-B19N19 -11.075447 -0.5829183 

NiAs-BN -0.976458 -0.4882291 

rocksalt-BN -1.963899 -0.4909748 

bct-BN -2.415271 -0.6038177 

Z-BN -4.850823 -0.6063528 

P-BN -4.852484 -0.6065605 

w-BN -1.222478 -0.6112388 

c-BN -0.612508 -0.6125079 

(3, 0) BNNT -3.238830 -0.5398051 

(4, 0) BNNT -4.541231 -0.5676539 

B12N12 cage -6.610081 -0.5508401 

B24N24 cage -13.556363 -0.5648485 
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2. Optimized atomic configurations of the studied BN structures (in ÅÅÅÅ): 

 

T-B3N3 

a = b = 2.63 Å, c = 6.11 Å, α = β = γ = 90° 

B 1.3125500 1.3126999 5.4384376 

B 0.0000000 0.0000000 3.7295435 

B 0.0000000 1.3127001 1.5279730 

N 0.0000000 1.3126999 4.5838239 

N 1.3125500 1.3127002 0.6856013 

N 0.0000000 0.0000000 2.3703207 

 

T-B7N7 

a = b = 2.60 Å, c = 14.80 Å, α = β = γ = 90° 

B 1.3018000 2.6035000 11.9322267 

B 1.3018000 1.3017500 3.7010750 

B 0.0000000 1.3017500 10.2742233 

B 1.3018000 1.3017500 14.0764251 

B 1.3018000 1.3017500 8.1300250 

B 2.6036000 1.3017500 5.9716320 

B 1.3018000 0.0000000 1.4305180 

N 2.6036000 1.3017500 4.5569764 

N 1.3017999 0.0000000 2.8451736 

N 1.3018000 1.3017500 11.1032250 

N 1.3018000 1.3017500 6.6998785 

N 1.3018000 1.3017500 0.7022715 

N 1.3018000 2.6035000 13.3470270 

N 0.0000000 1.3017500 8.8594230 

 

T-B11N11 

a = b = 2.61 Å, c = 23.38 Å, α = β = γ = 90° 

B 1.3064499 1.3064501 5.8445743 

B 1.3064500 1.3064500 10.2738431 

B 1.3064500 1.3064500 14.5657965 

B 1.3064500 1.3064500 1.4153063 

B 1.3064500 0.0000000 3.5767552 

B 1.3064500 1.3064500 20.5016544 

B 1.3064501 2.6129000 18.3609608 

B 2.6129000 1.3064500 8.1123937 

B 0.0000000 1.3064500 16.7064905 

B 1.3064500 0.0000000 22.6454277 

B 0.0000000 1.3064500 12.4220225 

N 1.3064500 1.3064500 21.9345269 

N 1.3064500 1.3064500 13.1329237 

N 1.3064500 1.3064500 8.8368633 

N 1.3064500 1.3064500 2.8522858 
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N 1.3064500 2.6129000 19.7753067 

N 2.6128999 1.3064501 6.6981539 

N 2.6129000 1.3064500 10.9832421 

N 1.3064499 0.0000000 4.9909948 

N 0.0000000 1.3064500 15.2921444 

N 1.3064500 0.0000000 0.7059077 

N 1.3064501 1.3064500 17.5337258 

 

T-B15N15 

a = b = 2.62 Å, c = 31.96 Å, α = β = γ = 90° 

B 2.5953064 1.3077000 19.5020509 

B 1.2856736 0.0000000 24.0354595 

B 2.5983779 1.3077001 6.6163847 

B 1.2833842 1.3077000 30.4945852 

B 1.2907075 0.0000000 4.9602884 

B 2.5973892 1.3077000 10.8972823 

B 1.2891213 1.3077000 2.8216066 

B 1.2837959 1.3077000 26.1961457 

B 1.2901906 1.3077000 8.7547212 

B 1.2891792 1.3077000 13.0426084 

B 1.2861931 0.0000000 0.6794090 

B 1.2870566 1.3076999 21.7685800 

B 2.5963609 1.3077000 15.1912300 

B 1.2881367 1.3077000 17.3410363 

B 1.2825761 0.0000000 28.3462942 

N 2.5949600 1.3076999 20.9160632 

N 2.5980628 1.3077000 8.0302946 

N 2.5970496 1.3077000 12.3405247 

N 1.2831983 0.0000000 26.9041842 

N 1.2898591 1.3077000 10.1897297 

N 1.2872765 1.3077000 1.3866110 

N 1.2877849 1.3077000 18.7775297 

N 1.2851538 1.3077000 24.7596527 

N 1.2867794 -0.0000001 22.6214423 

N 1.2898750 0.0000000 3.5463282 

N 1.2908858 1.3077001 5.7880521 

N 2.5960111 1.3077000 16.6333347 

N 1.2888329 1.3077000 14.4875648 

N 1.2840444 0.0000000 31.1969849 

N 1.2824460 1.3077000 29.0496332 

 

T-B19N19 

a = b = 2.62 Å, c = 40.54 Å, α = β = γ = 90° 

B 1.3095500 1.3094000 25.9780596 

B 2.6191000 1.3094000 10.9619318 

B 1.3095500 2.6188000 32.6696608 
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B 0.0000000 1.3094000 15.2423872 

B 1.3095500 1.3094000 13.1005451 

B 1.3095500 1.3094000 21.6812823 

B 1.3095500 1.3094000 34.8294461 

B 1.3095500 1.3094000 2.8822275 

B 0.0000000 1.3094000 28.1378660 

B 1.3095500 0.0000000 5.0265124 

B 1.3095500 1.3094000 39.1260186 

B 1.3095501 1.3093999 30.4038142 

B 1.3095500 2.6188000 36.9784038 

B 1.3095500 1.3094000 17.3866535 

B 0.0000000 1.3094000 23.8289882 

B 1.3095500 0.0000000 9.3069173 

B 1.3095500 0.0000000 0.7353999 

B 0.0000000 1.3094000 19.5335773 

B 1.3095500 1.3094000 7.1684199 

N 1.3095500 1.3094000 14.5356883 

N 1.3095500 1.3094000 23.1255736 

N 1.3095499 1.3094000 10.1342206 

N 0.0000000 1.3094000 12.3758988 

N 2.6191000 1.3094000 16.6860697 

N 1.3095500 1.3094000 37.6817816 

N 1.3095500 1.3094000 5.7331599 

N 1.3095500 0.0000000 39.8269382 

N 1.3095500 0.0000000 7.8929495 

N 0.0000000 1.3094000 25.2700000 

N 1.3095500 1.3094000 1.4350639 

N 1.3095501 2.6187999 31.2559329 

N 1.3095500 2.6188000 35.5374039 

N 1.3095500 1.3094000 33.3935640 

N 0.0000000 1.3094000 20.9804105 

N 0.0000000 1.3093999 29.5516876 

N 1.3095500 0.0000000 3.5828522 

N 1.3095500 1.3094000 27.4140363 

N 1.3095500 1.3094000 18.8340515 

 

NiAs-BN 

a = b = 2.48 Å, c = 4.01 Å, α = β = 90°, γ = 120° 

B 2.4819000 0.0000000 0.0000000 

B 2.4818999 0.0000001 2.0027499 

N 1.2409523 0.7164628 1.0013751 

N 0.0000015 1.4329277 3.0041251 

 

Rocksalt-BN 

a = b = c = 3.49 Å, α = β = γ = 90° 

B 1.7456998 1.7456999 0.0000003 
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B 0.0000003 0.0000002 0.0000005 

B 0.0000003 1.7456997 1.7456997 

B 1.7456999 0.0000001 1.7456996 

N 0.0000002 0.0000004 1.7456993 

N 1.7456997 1.7457000 1.7456997 

N 1.7456997 0.0000000 0.0000005 

N 0.0000001 1.7456996 0.0000004 

 

bct-BN 

a = b = 4.41 Å, c = 2.55 Å, α = β = γ = 90° 

B 2.9733109 1.4362891 1.2728500 

B 1.4362891 2.9733109 1.2728500 

B 0.7685109 0.7685109 0.0000000 

B 3.6410891 3.6410891 0.0000000 

N 3.0317878 3.0317878 1.2728500 

N 1.3778122 1.3778122 1.2728500 

N 3.5826122 0.8269878 0.0000000 

N 0.8269878 3.5826122 0.0000000 

 

Z-BN 

a = 8.87 Å, b = 4.28 Å, c = 2.55 Å, α = β = γ = 90° 

B 2.9622979 2.8741281 1.2746500 

B 5.2173629 3.5435295 0.0000000 

B 0.7835629 2.8757205 0.0000000 

B 8.0840371 1.4037795 0.0000000 

B 5.9053021 1.4053719 1.2746500 

B 1.4715021 0.7343781 1.2746500 

B 3.6502371 0.7359705 0.0000000 

B 7.3960979 3.5451219 1.2746500 

N 3.6476374 3.4226165 0.0000000 

N 1.4729175 3.4255207 1.2746500 

N 2.9608825 1.2857707 1.2746500 

N 5.9067175 2.9937293 1.2746500 

N 7.3946825 0.8539793 1.2746500 

N 8.0814374 2.9966335 0.0000000 

N 0.7861626 1.2828665 0.0000000 

N 5.2199626 0.8568835 0.0000000 

 

P-BN 

a = 2.55 Å, b = 4.29 Å, c = 8.86 Å, α = β = γ = 90° 

B 0.0000000 3.5228721 2.5334550 

B 0.0000000 1.3713744 8.4918448 

B 1.2745500 2.8433274 4.7503250 

B 0.0000000 0.7004774 4.1077750 

B 0.0000000 3.5163418 7.0133414 

B 1.2745500 1.3734918 1.8447586 



S7 

 

B 1.2745500 1.3800221 6.3246450 

B 1.2745500 3.5142244 0.3662552 

N 0.0000000 2.9768001 8.4963532 

N 0.0000000 3.4083657 4.1110786 

N 0.0000000 0.8225097 7.0105853 

N 0.0000000 0.8240589 2.5302163 

N 1.2745500 1.2655157 4.7470213 

N 1.2745500 2.9653597 1.8475147 

N 1.2745500 2.9669088 6.3278837 

N 1.2745500 0.8339501 0.3617468 

 

w-BN 

a = b = 2.55 Å, c = 4.22 Å, α = β = 90°, γ = 120° 

B 0.0000000 1.4711463 3.9503473 

B 1.2740500 0.7355731 1.8428473 

N 1.2740502 0.7355730 0.2646527 

N 0.0000000 1.4711463 2.3721527 

 

c-BN (primitive cell) 

a = b = c = 2.56 Å, α = β = γ = 60° 

B 0.0000000 2.9525693 -1.0438909 

N 0.0000000 4.4288539 -1.5658363 

 

(3 0)-BNNT 

c = 4.26 Å 

B 9.9999911 11.2508561 0.8187191 

B 8.9167328 9.3745666 0.8187248 

B 11.0832641 9.3745613 0.8187224 

B 10.0000088 8.7491437 2.9487194 

B 11.0832673 10.6254335 2.9487250 

B 8.9167361 10.6254386 2.9487218 

N 9.9999982 8.5566635 1.5152007 

N 10.0000018 11.4433366 3.6452003 

N 11.2499338 10.7216487 1.5152080 

N 8.7500661 9.2783514 3.6452076 

N 11.2499538 9.2783456 3.6452045 

N 8.7500461 10.7216545 1.5152037 

 

(4 0)-BNNT 

c = 4.26 Å 

B 8.4924573 10.6244446 2.6174064 

B 9.3755554 11.5075428 0.4874066 

B 10.6244446 8.4924572 0.4874066 

B 11.5075426 10.6244445 0.4874066 

B 8.4924574 9.3755555 0.4874066 

B 10.6244445 11.5075427 2.6174064 
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B 11.5075427 9.3755554 2.6174064 

B 9.3755555 8.4924573 2.6174064 

N 9.3181773 11.6460663 3.3174978 

N 10.6818228 8.3539337 3.3174978 

N 11.6460661 10.6818226 3.3174978 

N 8.3539339 9.3181774 3.3174978 

N 11.6460662 9.3181773 1.1874976 

N 10.6818227 11.6460661 1.1874976 

N 9.3181774 8.3539339 1.1874976 

N 8.3539338 10.6818227 1.1874976 

 

B12N12 cage 

B 10.4720007 11.7869238 8.8545052 

B 11.9079480 9.8392093 8.8424427 

B 10.5512233 7.8371993 8.9255119 

B 8.4479833 8.7955253 8.2087343 

B 8.4093929 10.7198735 8.1741424 

B 10.5359454 9.7874177 7.4930243 

B 11.2253959 10.8262064 10.9437925 

B 11.2639905 8.9018362 10.9783886 

B 9.2013928 7.8347986 10.2980244 

B 7.7654240 9.7824888 10.3101006 

B 9.1374074 9.8342810 11.6595050 

B 9.1221726 11.7845187 10.2270133 

N 10.5988941 11.9723202 10.3296560 

N 10.6843782 7.7102076 10.4062745 

N 9.1092787 9.7549102 7.2766391 

N 10.5640929 9.8668190 11.8758569 

N 8.9890196 11.9114982 8.7462691 

N 8.3645136 8.6791659 11.1165133 

N 8.3192224 10.9372245 11.0759053 

N 7.5253867 9.7520983 8.8871797 

N 11.3088605 10.9425242 8.0360367 

N 9.0745044 7.6494258 8.8228924 

N 11.3541666 8.6844962 8.0766268 

N 12.1480054 9.8696312 10.2653649 

 

B24N24 cage 

B 9.8444899 10.8816822 6.6677985 

B 7.4829660 8.3446066 11.4605146 

B 11.6820395 7.1869211 10.4257634 

B 9.2665829 6.6917927 10.4553569 

B 7.6541542 9.6059045 7.3734936 

B 10.0099335 12.0352700 12.2244901 

B 12.8004760 9.4381334 11.2032629 

B 9.3037692 12.7753263 8.4128295 
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B 6.7745601 9.0586996 9.0291577 

B 8.8890712 9.7564800 12.9130886 

B 6.9353338 10.2022113 11.2079583 

B 7.1134220 11.4995493 9.1185386 

B 10.4715285 12.9744889 10.5755064 

B 10.8410985 9.8195273 12.9174941 

B 9.7226536 7.5683205 12.1400060 

B 8.0561849 12.4809968 10.5193486 

B 11.1880298 12.3522548 8.1213636 

B 12.9684074 10.6627260 9.0695446 

B 12.6293999 8.2202721 9.0659618 

B 12.0943397 10.1781827 7.3915826 

B 10.4414546 6.9720557 8.3055466 

B 12.2518938 11.2849425 11.5236987 

B 9.9063705 8.9299778 6.6311861 

B 8.5581403 7.4058793 8.0240046 

N 9.92096694 8.6730166 13.01396002 

N 8.40050624 7.25845192 11.50378718 

N 11.33416538 12.36876488 11.6047671 

N 12.13155192 10.049303 12.36489336 

N 9.8087964 10.8984893 13.05558782 

N 9.97995784 12.17186612 7.25134258 

N 12.32975982 11.50720654 8.04513456 

N 9.17555688 12.84375086 11.31864374 

N 6.9672296 11.49298744 10.61101514 

N 6.80949216 10.37208036 8.30619594 

N 9.76904638 7.61878038 7.16536612 

N 11.71512928 7.07298838 8.93083044 

N 12.93598252 9.37745136 8.2975936 

N 10.9898753 9.92325768 6.53214506 

N 8.76140822 9.89290228 6.52786958 

N 9.20228974 6.55641328 9.04078908 

N 7.41662808 8.25327376 7.97586428 

N 12.77062522 8.17071938 10.55810348 

N 10.56007518 6.7944145 11.20717364 

N 13.1234013 10.71301284 10.48266788 

N 10.5404951 13.1629432 9.16724498 

N 7.60045718 9.54772442 12.34799568 

N 6.61486592 8.95535110 10.43885894 

N 8.02803744 12.6510493 9.02967340 
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