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Abstract: Silicon carbide (SiC) is recognized as excellent material for high power/temperature
applications with a wide-band gap semiconductor. With different structures at the nanosize scale, SiC
nanomaterials offer outstanding mechanical, physical, and chemical properties leading to a variety of
applications. In this work, new 3D pillared SiC nanostructures have been designed and investigated
based on self-consistent charge density functional tight-binding (SCC-DFTB) including Van der Waals
dispersion corrections. The structural and electronic properties of 3D pillared SiC nanostructures with
effects of diameters and pillar lengths have been studied and compared with 3D pillared graphene
nanostructures. The permeability of small gas molecules including H2O, CO2, N2, NO, O2, and NO2

have been demonstrated with different orientations into the 3D pillared SiC nanostructures. The
promising candidate of 3D pillared SiC nanostructures for gas molecule separation application at
room temperature is highlighted.

Keywords: pillared graphene; 3D SiC; SCC-DFTB; CO2 separation; SiC nanostructures

1. Introduction

Silicon carbide (SiC) is recognized as an excellent material for high power/temperature
applications with a wide-band gap semiconductor ranging from 2.0 to 7.0 eV. SiC has a high
Young’s modulus (400–500 GPa), good thermal conductivity (5 W cm−1 K−1), large electron
mobility (800 cm2 V−1 s−1), high electric field breakdown strength (>1 MV cm−1), high
chemical stability, and is biocompatible [1,2]. The reduction in SiC size to the nanoscale
level provides outstanding mechanical, physical, and chemical properties due to quantum
confinement effects. For example, Chen et al. [3] synthesized 1.9–4.5 nm SiC quantum
dots (QDs) via an electrochemical etching method and used them as emitting layers in
LEDs. They exhibited a significant enhancement in electroluminescence performances,
dominated by carrier transports from quantum tunneling at a low voltage. Cao et al. [4]
prepared SiC QDs (average lateral particle size of 3.0 nm) by using a hydrothermal method.
Their interesting biological applications of the SiC QDs were demonstrated through the
detection of NHDF, HeLa, and A549 cells. Yildirim et al. [5] grew SiC nanowires (diameters
of 30–90 nm with lengths up to 50 µm) by using RF-inducted metal-organic chemical vapor
deposition and fabricated a self-powered SiC nanowire-based photodetector. The SiC
nanowire-based device exhibited excellent detectivity of 7.2 × 1010 cm Hz1/2 W−1 and high
external quantum efficiency of 83% without any external power. Zekentes et al. [6] reported
a comprehensive review of SiC nanowire-based field-effect-transistors showing superior
properties for integrated circuits and sensing applications. Sun et al. [7] presented a syn-
thesis of 2D SiC nanosheets via the carbothermal reduction process and its application for
humidity sensing. The SiC nanosheet-based humidity sensor showed high selectivity and
sensitivity to a wide range of relative humidity (11–95%) with fast response and recovery
times (3 s). The current research has displayed the successful synthesis and application of
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SiC nanomaterials ranging from 0D (QDs) to 1D (nanowires) and 2D (nanosheet). However,
up to now, theoretical and experimental studies on 3D pillared SiC nanostructures are
still limited.

In recent years, air pollution has become a serious public health concern in many
countries around the world. Reduction and utilization of emitted gases/volatile organic
compounds (VOCs) have had an increasing interest to prevent and solve the worst impacts
on the natural environment, including global warming, climate change, and human health
effects [8–20]. One of the important keys to high efficient gas reduction and utilization is to
capture or separate a target gas molecule from gas/VOCs mixtures such as separation of
N2 in ammonia plants [21,22], CO2 separation in coal-fired power plants [23,24], removal
of VOCs from O2/N2 streams [25], or separation of toxic chemicals from H2O [26,27].
Several organic molecular sieve membranes have been researched and investigated for
chemical separations in many applications [28]. One of the interesting materials is SiC,
which can be considered a potential membrane for gas separation because it is able to
operate under harsh environments such as high pressure and high temperatures with
aggressive chemicals [29,30].

In this work, we model and present new 3D pillared SiC nanostructures based on
self-consistent charge density functional tight-binding (SCC-DFTB) including Van der
Waals dispersion corrections. The structural and electronic properties of the 3D pillared
SiC nanostructures have been investigated and compared with 3D pillared graphene (pure
C) nanostructures. The permeability of small gas molecules including H2O, CO2, N2, NO,
O2, and NO2 have been demonstrated with different orientations into the 3D pillared
SiC nanostructures as well as the effects of diameters. To our best knowledge, this is the
first work to investigate the structure, electronic properties, and gas permeability of the
3D pillared SiC nanostructures based on the SCC-DFTB method. The results show that
the 3D pillared SiC nanostructures are promising candidates for gas molecule separation
application at room temperature.

2. Simulation Details
2.1. SCC-DFTB Method

The SCC-DFTB method is based on a second-order expansion of the Kohn–Sham total
energy in density functional theory (DFT) around a reference density (ρ0) with respect to
charge density fluctuations (∆ρ) [31–33]. The total energy (ESCC−DFTB) can be written by
the following equation:

ESCC−DFTB = ∑
iµv

ci
µci

v H0
µv[ρ0] + ∑

A>B
Erep

AB[ρ0] +
1
2 ∑

AB
γAB∆qA∆qB (1)

where A and B represent atoms, µ and ν are atomic orbitals, H0
µν is the Kohn–Sham

Hamiltonian, ci
µ and ci

ν denote the molecular orbital coefficients, Erep
AB is the two-body

repulsive potential, γAB describes a distance-dependent function for charge interactions,
and ∆qA and ∆qB denote the induced charges.

It should be noted that SCC-DFTB can predict structures, electronic properties, and
energies in excellent agreement with DFT methods as well as faster calculation time more
than ~100–1000 times [34–36]. Moreover, the results obtained by SCC-DFTB were consistent
with experimental observations [37–39]. SCC-DFTB including weak interactions such as
Van der Waals dispersion and H-bonding with pbc-0-3 parameters [40,41] has been thus
selected for this study.

2.2. Models of 3D Pillared SiC Nanostructures and Calculation Details

The 3D pillared SiC nanostructures were modeled and created by using an armchair
SiC single-walled nanotube sandwiched with two zigzag SiC nanosheets, as shown in
Figure 1a. The 3D pillared C nanostructures were also built under similar conditions in
order to compare their structural and electronic properties with the 3D pillared SiC nanos-



Nanomaterials 2022, 12, 1869 3 of 15

tructures, as shown in Figure 1b. It should be noted that the edges of the nanostructures
were not saturated by H atoms because they affect the structural and electronic properties.
The initial Si-C and C-C bond lengths were set at 1.786 Å [42] and 1.421 Å [43] for 3D
pillared SiC and C nanostructures, respectively. The initial size of the SiC nanosheet is
Lx = 3.605 nm and Ly = 3.076 nm whereas the pristine C nanosheets are Lx = 2.849 nm and
Ly = 2.432 nm. Because of different bond lengths, the pillar length is defined as a unit cell.
One unit cell of 3D pillared SiC and C nanostructures and their length before geometry
optimization are displayed in Figure 1c. To create the joints connecting nanosheets and
nanotubes, Euler’s rule is used to verify the validity of the polygons at the junction [44,45]
according to the equation:

F + V = E + 2 − 2G (2)

where F, V, E, and G are the number of faces, vertices, edges, and genus, respectively.
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Figure 1. Models of 3D pillared (a) SiC and (b) C nanostructures. (c) Definition of pillar length in one
unit cell and pillar diameter.

The visual molecular dynamics (VMD) program was employed for the visualization
of molecules [46]. The diameters of armchair nanotubes were also varied, including (3,3),
(4,4), (5,5), and (6,6). All models were fully optimized without any constraints until the
atomic forces were less than 1.0 × 10−4 Hartree/Bohr. To improve SCC convergence and
add the thermal electronic excitation effect, the electron temperature was set at 300 K [47].
The SCC tolerance was set at 10–6 au. It means that the convergence of calculation is
reached if the energy difference is less than 2.72 × 10−5 eV. All SCC-DFTB calculations
were performed using the DFTB+ [48]. Command codes for running full optimization and
gas interaction are displayed in Appendices SA and SB in the Supporting Information. The
stability of nanostructures can be evaluated via the average binding energy (Eavg) by using
the following equations [49]:

Eavg(3D − SiC) =
NCE(C) + NSiE(Si)− Etot(3D − SiC)

NC + NSi
for 3D-SiC models (3)

Eavg(3D − C) =
NCE(C)− Etot(3D − C)

NC
for 3D-C models (4)
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where NC is the total carbon atomic number, NSi is the total silicon atomic numbers, E(C)
and E(Si) are the energy of one carbon and one silicon atom, respectively, Etot(3D-SiC) is the
total energy of 3D pillared SiC nanostructures, and Etot(3D-C) represents the total energy of
3D pillared C nanostructures.

The energy gap (Egap) can be estimated from the difference between the highest
occupied molecular orbital (HOMO) and the lowest unoccupied molecular orbital (LUMO)
according to the equation:

Egap = LUMO − HOMO (5)

2.3. Interaction of 3D Pillared SiC Nanostructure and Gas Molecules

To demonstrate an application of the 3D pillared SiC nanostructure, small gas molecules
including H2O, CO2, N2, NO, O2, and NO2 were placed on the top of the 3D pillared SiC
nanostructure around the center of the pillar as shown in Figure 2. The distance (D) be-
tween gas molecules and 3D pillared SiC nanostructure can be defined as the starting point
(0 Å) around the entrance channel. The negative and positive distances represent the inside
and outside of the pillared SiC nanostructure, respectively. The gas molecules with various
orientations move into the 3D pillared SiC nanostructures with different diameters. The
interaction energy (Eint) can be calculated via the equation:

Eint = Etot(3DSiC + gasmolecule)− Etot(3DSiC)− Etot(gasmolecule) (6)

where Etot(3DSiC + gas molecule) is the total energy of 3D pillared SiC nanostructure with a
gas molecule, Etot(3DSiC) is the total energy of individual 3D pillared SiC nanostructure,
and Etot(gas molecule) is the total energy of an individual gas molecule.
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SiC nanostructure.

3. Results and Discussion
3.1. Structural Properties of 3D Pillared SiC Nanostructures

The 3D pillared graphene (pure C) and SiC nanostructures with various pillar lengths
after full geometry optimization by the SCC-DFTB method are displayed in Figures 3 and 4,
respectively. Interesting, graphene sheets of the 3D pillared graphene nanostructures with
1 and 2 UCs exhibit a bending of sheet edges leading to perfect roll up for the 1 UC model as
shown in Figure 3. A roll-up of graphene sheet edges comes from a short initial pillar length
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(2.46 Å) before SCC-DFTB optimization that allows the π-orbitals to form predominantly
contributions from the Van der Waals attractive forces [50,51]. With increasing the pillar
length to 2 UCs, the bending of graphene sheets still occurs. However, the attractive
forces of graphene sheet edges can be less affected when the initial pillar length increases
more than 3 UCs (7.64 Å) and the pillar length of three UCs is extended to 13.06 Å after
SCC-DFTB optimization. The structures of 3D pillared graphene seem to be stable and no
defect occurs when the pillar length is granter than 3 UCs. In the case of the 3D pillared
SiC nanostructures, no roll-up of SiC nanosheet exists in all short pillar lengths, as shown
in Figure 4. The SiC nanosheets were found to have high in-plane stiffness, energetical
stability, and a 100% planar structure that contributes to synergistic effects between sp2

hybridization of C atoms in its planar form and sp3 hybrid in Si atoms [52]. A full list of
pillar diameters and pillar lengths of the 3D pillared C and SiC nanostructures before and
after geometry optimization by the SCC-DFTB method is summarized in Tables 1 and 2.
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Figure 3. The 3D pillared C (6,6) nanostructures with various pillar lengths after full geometry
optimization by the SCC-DFTB method.

Table 1. Summary of the pillar lengths of 3D SiC and C nanostructures before and after geometry
optimization by the SCC-DFTB method.

Unit Cell

The Pillar Length (Å)

3D Pillared SiC Nanostructures 3D Pillared C Nanostructures
Before Geometry

Optimization
After Geometry
Optimization

Before Geometry
Optimization

After Geometry
Optimization

1 3.32 3.84 2.46 9.02
2 12.65 12.00 5.24 9.35
3 9.80 15.66 7.64 13.06
4 13.11 18.42 10.23 14.87
5 16.40 22.06 12.41 16.67
6 19.69 24.05 14.98 20.45
7 23.02 27.10 17.33 21.79
8 26.32 31.34 19.89 24.06
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optimization by the SCC-DFTB method.

Table 2. Summary of the pillar diameters of 3D SiC and C nanostructures before and after geometry
optimization by the SCC-DFTB method.

Armchair Nanotubes

The Pillar Diameter (Å)

3D Pillared SiC Nanostructures 3D Pillared C Nanostructure
Before Geometry

Optimization
After Geometry
Optimization

Before Geometry
Optimization

After Geometry
Optimization

(3,3) 4.01 6.25 - -
(4,4) 5.42 8.80 - -
(5,5) 9.11 10.59 - -
(6,6) 10.74 12.73 8.14 9.92

To analyze more details of the 3D pillared C and SiC nanostructures, the ring anisotropy
and size of the 3D pillared C and SiC nanostructures were investigated via mean bond
length (MBL) analysis [53,54], as displayed in Figures 5 and 6, respectively. The MBL
can be defined as the mean value for all bonds composing a particular ring according to
the equation:

MBL =
1
N

N

∑
i=1

bi (7)

where bi is each bond in the ring. N is the number of bonds in the ring.
The mean bond lengths of 3D pillared C and SiC nanostructures are varied with

the location of nanostructures. They extend from the original bonding after geometry
optimization by the SCC-DFTB method. At interconnections between sheets and tubes,
the mean bond lengths exhibit high values due to strain relaxation. All sheets show high
homogeneous mean bond length while mean bond lengths of tubes exhibit high uniform
with increasing pillar length. At the different pillar diameters, the mean bond length of
SiC nanostructure also displays high uniform without any holes and defects, as shown
in Figure S1 in the Supporting Information. The average binding energies of 3D pillared
C and SiC nanostructures with various pillar lengths are shown in Figure 7a. The 3D
pillared C nanostructures clearly exhibit higher average binding energies than the SiC
nanostructures indicating the high structural stability of 3D pillared C nanostructures
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over 3D SiC nanostructures. This result refers to a difficulty in the experimental synthesis
of 3D SiC nanostructures, which is why no research on the perfect growth of 3D SiC
nanostructures is available compared with 3D pillared C nanostructures [55]. However,
based on these average binding energies of 3D pillared SiC nanostructures, it has a high
enough structural stability to provide a possibility for the experimental growth of 3D SiC
nanostructures. To study the effect of pillar diameter on stability, the average binding
energies of 3D SiC nanostructures with different pillar diameters are shown in Figure 7b.
For short lengths (2 UCs, 12.00 Å), the average binding energies of different pillar diameters
are 6.46–6.52 eV. In the case of long lengths (8 UCs, 31.34 Å), the average binding energies
of different pillar diameters are 6.44–6.47 eV. They exhibit a very small difference in average
binding energies (<0.1 eV for all models). It suggests that these finite pillar diameters and
lengths are less affected by the formation of 3D SiC nanostructures.
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3.2. Electronic Properties of 3D Pillared SiC Nanostructures

The calculated energy gaps of 3D pillared C and SiC nanostructures as a function
of the pillar lengths are displayed in Figure 8a. The 3D pillared C nanostructures have
nearly zero energy gaps, suggesting metallic behavior. In the case of 3D pillared SiC
nanostructures, the energy gaps tend to converge into a value when pillar lengths increase.
In fact, Si-C bonds in 3D-SiC nanostructures contain ionic-type bonding only that localizes
the electronic states compared to the covalent C-C bonds in 3D pillared C nanostructures
leading to the semiconducting behavior of 3D pillared SiC nanostructures. To investigate
the effects of pillar diameter, the energy gaps of 3D pillared SiC nanostructures with
different pillar diameters are shown in Figure 8b. In order to exclude 3D pillared SiC
nanostructures with (5,5) diameter, the energy gaps increase as pillar diameters increase.
When the pillar diameters increase, the evolution of curvature-induced π − σ hybridization
decreases, resulting in higher energy gaps. It should be noted that the band gap of SiC
nanostructures behaves as a non-monotonic function of their diameter [56]. The 3D pillared
SiC nanostructures with (5,5) diameter did not show any trend of energy gaps. The pillar
diameter strongly affects the electronic properties of the 3D pillared SiC nanostructure.
These results are in good agreement with the diameter effects of SiC nanotubes on electronic
properties [57,58].
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Total densities of states (DOSs) of 3D pillared C and SiC nanostructures as a function
of the pillar lengths were calculated as illustrated in Figure 9a,b, respectively. The 3D
pillared C nanostructures exhibit the finite density of states at the Fermi level confirming
the conducting-type material. The 3D pillared SiC nanostructures show semiconducting
DOSs, with the sharpest of the DOSs located near the edge of the valence bands. It is
dominated by the hybridization of C (p) and Si (p) states. With increasing pillar lengths,
DOSs increase due to an increase of total atoms with no significant altering of densities of
states. Only 1 UC, the DOS curves are slightly shifted to lower energies that indicate more
stability according to the results from average binding energies.
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3.3. Gas Permeability of 3D Pillared SiC Nanostructures

The diffusions of several small gas molecules such as H2O, CO2, N2, NO, O2, and NO2
into the 3D pillared SiC nanostructures were investigated with various pillar diameters:
(3,3), (4,4), (5,5), and (6,6). The pillar length of three unit cells was selected because this
length was enough to represent the SiC–gas interaction behaviors as shown in Figure S2
in the Supporting Information. Similar behaviors were found for all pillar lengths of 3D
pillared SiC nanostructures referring to the negligible pillar length effects on gas interac-
tions. It should be noted that the channel of 3D pillared SiC nanostructures exhibits high
symmetry after geometry optimization by the SCC-DFTB. Thus, the diffusion trajectories
of all molecule gases were set at the center of pillar diameter and moved from outside into
the center of mass of the 3D pillared SiC nanostructures only (half of the pillar length). The
diameters of the gas molecules after geometry optimization by the SCC-DFTB method are
summarized in Table 3.

Table 3. Summary of the diameters of gas molecules after geometry optimization by the SCC-DFTB method.

Gas Molecules H2O CO2 N2 NO O2 NO2

Diameter (Å) 1.56 2.34 1.12 1.16 1.22 2.19

For the smallest pillar diameter (3,3) (6.25 Å), no significant SiC–gas interactions for
all configurations at distances of more than 4 Å were found, as shown in Figure S3 in
the Supporting Information. Although the diameters of all gas molecules (1.12–2.34 Å)
are much less than the smallest pillar diameter (3,3) of 3D pillared SiC nanostructure,
the repulsive force clearly increases in all configurations at a distance less than 2 Å. The
interaction energies around the entrance channel (0 Å) of the 3D pillared SiC nanostructures
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are in the range of 6.9–46.7 eV. These results indicate that gas molecules cannot enter the
3D pillared SiC nanostructures with (3,3) pillar diameters.

In the case of pillar diameter (4,4) (8.80 Å), the potential surface energies are still
highly similar to the smallest pillar diameter (3,3), as shown in Figure S4 in the Supporting
Information. Compared with the (3,3) pillar diameter, the potential surface barriers seem to
be decreased. At the entrance channel (0 Å), the highest interaction energy found from CO2
gas interacting with the (4,4) pillar diameter is 2.9 eV, while the interaction energy of the
(3,3) pillar diameter to CO2 is high as 46.7 eV. At the inside of the pillared SiC nanostructure
(−2 to −3 Å), the interaction energies of pillar diameter (4,4) are in the range of 5.6–35.0 eV
reduced from the (3,3) pillar diameter’s maximum of 246.6 eV. At similar to pillar diameter
(3,3), all gas molecules cannot diffuse into the 3D pillared SiC nanostructures with pillar
diameter (4,4), since the large repulsive interactions dominate the potential energy surface.

For the (5,5) pillar diameter (10.59 Å), the potential surface energies decrease with
all gas configurations except CO2, as displayed in Figure 10. It suggests that small gas
molecules such as H2O, N2, NO, O2, and NO2 can intercalate into the 3D pillared SiC
nanostructures with pillar diameter (5,5) because attractive interactions become the most
contribution. In the case of CO2, one configuration (90 degrees) can diffuse into the 3D
pillared SiC nanostructures. It is not a surprising result because the 90-degree configuration
of CO2 aligns as a straight line into the pillared direction leading to the smallest mean free
path. The repulsive interactions at the 0- and 45-degree configuration still occur around
the entrance channel (0 Å) of the 3D pillared SiC nanostructures that can help to hinder
CO2 entrance into the interior of 3D pillared SiC nanostructures. The formation of the
potential energy barrier may be attributed to the natural potential energy surface and higher
activation energy of CO2 [59–61]. To find the exact angle for possible CO2 intercalation
into the 3D pillared SiC (5,5) nanostructure, additional calculations were done as shown
in Figure 11a. At the entrance channel, interaction energies exhibit positive energies
at the 77- and 78-degree configurations and negative values at the 79- and 80-degree
configurations. However, positive energies at the 77- and 78-degree configurations are
quite small. The potential energy surface may not be enough to hinder the CO2 intercalation
into the 3D pillared SiC nanostructure. Therefore, the cut-off energy for determining the
diffusion into the 3D pillared SiC nanostructures can be defined as 0.2 eV in this work.
It should be noted that the 0.2 eV was used as a reference interaction energy for the
classification of physisorption/chemisorption [62–65]. Physisorption is a weak interaction
while chemisorption involves a chemical reaction between the surface and the adsorbate
with much stronger bonding bonds such as covalent bonding, strong electrostatic, and
ionic bonding (>0.2 eV). Based on the cut-off interaction energy of 0.2 eV, they suggest that
the starting angle for CO2 intercalation into the 3D pillared SiC (5,5) nanostructure is the
51-degree configuration.

To clarify the performance of the 3D pillared SiC (5,5) nanostructure for CO2 separation
application, the interaction energies between 3D pillared C (6,6) nanostructure having a
diameter of 9.92 Å and CO2 gas molecules with various orientations were investigated
as shown in Figure 11b. It should be noted that the diameters of optimized 3D pillared
pure C and SiC nanostructures cannot be treated equally due to the different natures C-C
and Si-C bonding. The 3D pillared C (6,6) nanostructure was selected to compare the
interaction energy results with the 3D pillared SiC (5,5) nanostructure because the diameter
of the optimized C (6,6) nanostructure (9.92 Å) is close to the diameter of optimized SiC
(5,5) nanostructure (10.59 Å). In addition, the effective diameter of the nanostructures
affected by the radius of the atoms forming the channel may be similar since the Van der
Waals radius of Si and C atoms were ~2.1 Å and C ~1.7 Å, respectively. As shown in
Figure 11b, there are not any potential surface berries in all configurations, indicating that
the separation of CO2 does not occur for the 3D pillared C (6,6) nanostructure. The pillar
diameter size not only plays an important parameter for gas separation but also the type of
material. The different elements in nanomaterials lead to different charges, orbital, dipole
moment, force field, etc., that make them have unique interactions with gas molecules.
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Therefore, the pillared SiC nanostructure with the pillar diameter (5,5) is able to use as
a CO2 separation application from small gas molecules with an efficiency of 56%. The
efficiency is defined as the number of CO2 degree configurations that cannot enter into the
3D pillared SiC nanostructures based on cut-off interaction energy of >0.2 eV (numbers of
51 from 0 to 50 degrees) per the number of all degree configurations (numbers of 91 from
0 to 90 degrees). Moreover, the pillared SiC nanostructure with the (5,5) pillar diameter
can be applied for a smart nanomaterial that filters the small gas molecules including
H2O, N2, NO, O2, and NO2 from many bigger volatile organic compounds (VOCs)/gases
for devices/processes/applications. To confirm this application, the interaction energies
between the 3D pillared SiC (5,5) nanostructure and VOCs such as acetone, toluene, and
xylene were investigated and displayed in Figure S5 in the Supporting Information. The
results clearly show high potential surface berries for all VOCs with parallel configuration
suggesting a potential to separate VOCs/high molecular weight gas molecules for the 3D
pillared SiC (5,5) nanostructure with an efficiency of 100% (no VOCs can diffuse into 3D
pillared SiC (5,5) nanostructure).
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In the case of the largest pillar diameter (6,6) (12.73 Å), no potential surface berries
were found in all configurations as shown in Figure 12. All small gas molecules can easily
diffuse into the 3D pillared SiC nanostructures due to their big enough hole to eliminate
repulsive interactions.
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4. Conclusions

The structural and electronic properties of new 3D pillared SiC nanostructures have
been investigated by comparison with 3D pillared C nanostructures based on the SCC-
DFTB method including weak interactions. The 3D pillared C nanostructures reveal high
structural stability over 3D pillared SiC nanostructures. However, the average binding
energies of 3D pillared SiC nanostructures are high enough for structural stability referring
to a possibility in experimental growth of 3D SiC nanostructures. The 3D pillared C nanos-
tructures exhibit metallic behavior while the SiC nanostructures display a semiconducting
nature. To demonstrate an application of the 3D pillared SiC nanostructures, small gas
molecules including H2O, CO2, N2, NO, O2, and NO2 have been intercalated into the 3D
pillared SiC nanostructures with various pillar diameters. The promising results show a
critical pillar diameter (5,5) (10.59 Å) that denies the diffusion of CO2 from the 0–50 degree
configuration into 3D pillared SiC nanostructures based on the cut-off strong repulsive
interaction energy of 0.2 eV. In summary, we conclude that the 3D pillared SiC nanostruc-
tures with the critical pillar diameter (5,5) (10.59 Å) have a high potential for filtering small
gas molecules including H2O, N2, NO, O2, and NO2 from many bigger VOCs/gases in-
cluding acetone, toluene, xylene, dimethylformamide, triethylamine, benzene, isopropanol,
methanol, formaldehyde, ethanol, etc., in future applications, i.e., allowing water to pass
through the 3D pillared SiC nanostructures with filter out of toluene in factories.

Supplementary Materials: The following supporting information can be downloaded at: https://
www.mdpi.com/article/10.3390/nano12111869/s1, Figure S1: The MBL analysis of the 3D pillared SiC
nanostructures for the (5,5) and (6,6) pillar diameters with 6 UC pillar length; Figure S2: Interaction
energies between 3D pillared SiC (6,6) nanostructures and H2O gas molecule with various pillar
lengths and orientations; Figure S3: Interaction energies between 3D pillared SiC (3,3) nanostructures
and gas molecules with various orientations as a function of distance; Figure S4: Interaction energies
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between 3D pillared SiC (4,4) nanostructures and gas molecules with various orientations as a function
of distance; Figure S5: (a) Interaction energies between 3D pillared SiC (5,5) nanostructure and VOCs
and (b) Orientation of VOCs into 3D pillared SiC (5,5) nanostructure (not to scale); Appendix SA:
Command code for running fully optimization of a 3D pillared SiC nanostructure; Appendix SB:
Command code for running interaction of 3D pillared SiC nanostructure and gas molecules.
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