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In this study, we employed the Full-Potential Linearized Augmented Plane Wave (FP-LAPW) method, as implemented in Wien2k, to
perform a comprehensive investigation of the structural, electronic, and thermoelectric properties of RuAsNb. The electronic band
structure was calculated using the TB-mBJ exchange-correlation potential, resulting in an energy gap that is in close agreement with
the available experimental data. Furthermore, our analysis revealed favorable optical properties, highlighting the material’s potential
for applications across the infrared, visible, and ultraviolet regions of the electromagnetic spectrum. We also evaluated the
thermoelectric performance of RuAsNb by analyzing key parameters, including the Seebeck coefficient, electrical conductivity,
thermal conductivity, and power factor. The results indicate that holes are the dominant charge carriers, confirming the p-type
semiconducting nature of RuAsNb. In addition, the effect of chemical potential variations on these thermoelectric properties was
examined, providing valuable insights into their temperature-dependent behavior. To ensure the robustness of our findings, a
comparative study using different exchange—correlation potentials was conducted, which further validated the consistency of the
results. The promising thermoelectric performance of RuAsNb suggests its suitability as a potential candidate for next-generation
energy conversion devices and photovoltaic applications. Moreover, the estimation of the lattice thermal conductivity using the Slack
model reinforces the reliability of our predictions and provides valuable insights for future research. Overall, this work contributes to
a deeper understanding of the potential of RuAsNb in advanced energy materials.
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1. INTRODUCTION

Currently, scientists place paramount importance on thermoelectric performance due to its ability to directly convert
waste thermal energy into clean and non-polluting electrical energy [1]. This growing interest is driven by the depletion
of fossil fuel reserves and the significant environmental impacts associated with their widespread use. Consequently, the
search for new thermoelectric materials has become a major priority in the development of alternative energy resources.

Among the materials investigated for this purpose are Half-Heusler (HH) compounds, a class of materials
distinguished by several attractive physical properties, including elastic stability, high melting temperature, a high
thermoelectric power factor, a favorable figure of merit, and stable thermal behavior.

In recent years, Half-Heusler (HH) compounds have attracted considerable attention due to their excellent
thermoelectric performance and low thermal conductivity. In our recent study, we focused on Half-Heusler compounds
containing X elements such as Co, Rh, and Ir, combined with MnAs [1]. To characterize these compounds, we employed
Density Functional Theory (DFT), a powerful method for modeling material properties. Using DFT, we systematically
investigated the structural, elastic, thermal, and transport properties of these compounds. This comprehensive approach
provided in-depth insights into their physical behavior, laying the foundation for a better understanding of their
thermoelectric performance.

In this new study, our focus has shifted to the Half-Heusler compound RuAsNb, which has been mentioned in
previous works, although these studies did not investigate the parameters we address. For instance, Zhenzhen
Feng et al. [2] examined a set of 75 Half-Heusler-type compounds, using electronic structure as a criterion for identifying
promising thermoelectric materials. This approach enabled the exploration of a wide range of compounds and the
assessment of their potential based on their electronic structure characteristics.

The same authors, Zhenzhen Feng et al. [3], conducted another noteworthy study in which they explored the concept
of resonance in stoichiometrically ordered Half-Heusler compounds. They employed first-principles phonon calculations
and thermal conductivity analyses to identify materials exhibiting low thermal conductivity.

Cite as: A. Boutouta, A. Bouaricha, F. Zenikheri, Z. Bordjiba, R. Amraoui, S. Kadri, W. Bendjeddou, S. Aguib, East Eur. J. Phys. 2, 169 (2026),
https://doi.org/10.26565/2312-4334-2026-2-17
©A. Boutouta, A. Bouaricha, F. Zenikheri, Z. Bordjiba, R. Amraoui, S. Kadri, W. Bendjeddou, S. Aguib, 2026; CC BY 4.0 license


https://doi.org/10.26565/2312-4334-2026-2-17
https://periodicals.karazin.ua/eejp/index
https://portal.issn.org/resource/ISSN/2312-4334
https://creativecommons.org/licenses/by/4.0/
https://orcid.org/0000-0001-9256-488X

170
EEJP. 2 (2026) Aziza Boutouta, et al.

A more recent contribution was reported by Fatiha Cherifi et al. [4], entitled "Thermoelectric transport parameters
of p-type RuVAs and RuNbAs Heusler alloys.” In this work, the authors successfully characterized the semiconducting
nature of both RuVAs and RuNbAs. They also presented the electronic band structures and calculated the elastic
constants. However, they did not evaluate several essential mechanical parameters required for a comprehensive
understanding of these compounds, such as the bulk modulus, shear modulus, Young’s modulus, Poisson’s ratio,
hardness, Zener anisotropy factor, Cauchy pressure, and the Pugh ratio. These parameters constitute the core of our
research objectives.

The aim of this study is to conduct a comprehensive investigation of the structural, elastic, and thermoelectric
properties of the RuAsNb compound using ab initio calculations. We evaluate the elastic stability of this material and
determine a comprehensive set of mechanical parameters to gain deeper insight into its intrinsic behavior. By employing
the BoltzTraP code, we solve the Boltzmann transport equation to analyze the material’s transport properties. This
approach enables the detailed evaluation of key parameters such as the Seebeck coefficient, as well as the electronic
contributions to electrical and thermal conductivities.

These parameters are essential for a thorough understanding of the thermoelectric performance of the compound,
particularly in terms of the power factor and the figure of merit, which are critical indicators of its efficiency in converting
thermal energy into electrical energy. Furthermore, we apply the Slack model to investigate the temperature dependence
of lattice thermal conductivity—an aspect not previously addressed particularly in the work of Fatiha Cherifi et al. [4],
where only the ambient-temperature value was reported.

In addition, while Fatiha Cherifi et al. [4] limited their analysis to thermoelectric properties as a function of
temperature. Our approach goes further by presenting detailed variations in thermoelectric performance as a function of
chemical potential over a wide range of temperatures. This provides a deeper and more comprehensive understanding of
the material’s transport behavior.

2. COMPUTATIONAL METHOD

We employed the WIEN2k software [5] to calculate the electronic structure of the cubic-phase RuAsNb compound
within the framework of Density Functional Theory (DFT) [6]. The full-potential linearized augmented plane wave (FP-
LAPW) method was used in conjunction with the generalized gradient approximation in the Wu—Cohen scheme (GGA-
WC) for the exchange—correlation energy. A total of 3000 k-points were used for integration over the irreducible Brillouin
zone, with a plane-wave cutoff parameter of RKmax=8RK.

Using the eigenvalues and eigenvectors obtained at these k-points, further analyses were performed. The Half-
Heusler compound RuAsNb crystallizes in the cubic Ciy structure, as illustrated in Figure 1. In this structure, the Ru atom
occupies the 4a site (0.25, 0.25, 0.25), the As atom occupies the 4b site (0.5, 0.5, 0.5), and the Nb atom occupies the 4c
site (0, 0, 0), according to the Wyckoff positions [7].

Figure 1. Computed crystal structure of RuAsNb

3. RESULTS AND DISCUSSION
3.1. Electronic Band Structures and Density of State (DOS)

The electronic band structures of the RuAsNb compound, calculated using the generalized gradient approximation
(GGA-PBE), are displayed in Figure 2, providing a detailed analysis along the symmetry directions. It is evident that this
compound exhibits semiconductor behavior with a direct band gap [8]. The calculated band energies are offering essential
quantitative values for evaluating its electronic properties. The computed bandgap is found to be 0.23 ¢V and indirect in
nature. Additionally, we observe a notably flat valence band, which suggests a significant effective mass for the charge
carriers. This characteristic is advantageous for thermoelectric performance, as it facilitates improved carrier mobility.

To further elucidate the electronic structure of the compound under study, we calculated both the total density of
states (DOS) and the partial density of states (PDOS). These results are presented in Figure 2 (b) covering an energy range
from -10 to 10 eV. The PDOS plot for RuAsNbD indicates that the lowest valence states in the range of -10 to -7.5 eV
primarily originate from the As-p states, with a very minimal contribution from the other atoms present in the compound.
Figure 2(b) illustrates the total and partial electronic density of states for RuAsNb. It is clear that the valence band, located
between -2 and -5.90 eV, is predominantly composed of Ru-d states, with a contribution from Nb-d states. The Ru-d
states are particularly dominant near the Fermi level, while the contribution from As-p states remains minimal. In contrast,
the conduction band in the range of 0 to 5 eV is mainly dominated by Nb-d states, with a lesser contribution from Ru-d
states [9]. The As-p states exhibit very little participation in this energy range, although the contributions from all three
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atomic states become more balanced in the conduction band between 5 and 9 eV. Overall, the high electronic density of
states near the Fermi level in this compound suggests a significant potential for a large Seebeck coefficient, thereby
suggesting a high thermoelectric power factor. These findings will be further explored in the subsequent subsection, where
we will discuss the implications of these electronic characteristics on the thermoelectric performance of RuAsNb.
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Figure 2. (a) Computed band structure of RuAsNb (b) density of states for RuAsNb

3.2. Elastic properties

The objective of analyzing the mechanical behavior of a new material is to understand its response to solicitations.
It is clear that, in physics, elasticity is the property of a solid material to regain its original shape after being deformed.
The elastic constants of the RuAsNbD alloy were calculated using the Thomas Charpin method [10], implemented in the
Wien2k code. We will compare our results with those of Fatiha Cherifi et al [10]. It is noteworthy that the calculated
elastic constants adhere to the Born-Huang criteria for mechanical stability [11]: C44 > 0, Ci1- C12> 0, C;1+2 Ci2 > 0, and
Ci2 must be less than Ci;.

To describe the mechanical behavior of these materials based on the Cij constants, elastic parameters such as the
shear modulus G, Young's modulus £ and Poisson's ratio v are evaluated using the Voigt-Reuss-Hill approximation
[12] at pressure P = 0, where the indices R and V' for the compressibility modulus and shear modulus are associated
with the Voigt and Reuss approximations, respectively. For cubic systems, these elastic parameters are calculated using
the following expressions:

B = C11+2.C12’ (1)
3
G = @’ )
Gy = w, 3)
_5.644(C11—Cy2)
Gr = 4.C44+3(C11-C12) “)
9.B.G
T (3.B+G) (5
3.B—E
v=——. (6)

We observe that these constants satisfy the cubic stability condition, i.e., C;> < B < Cj;, confirming that this alloy
is elastically stable.

The results obtained for this compound are given in Table 1, and we note the absence of theoretical values from the
literature. The bulk modulus B provides indications about the hardness of the material; the larger it is, the harder the
material. The compressibility module value for this Half-Heusler compound is high (B > 30 GPa), indicating low
compressibility [13]. Therefore, this alloy can be classified as relatively hard, capable of withstanding changes in volume
and shape under ambient conditions. We observe that the shear modulus of the studied alloy is lower than the bulk
modulus, suggesting that this alloy exhibits higher resistance to volumetric compression than to shape change.

We can differentiate the brittleness and ductility of a material based on the Pugh ratio (B/G) [13], Thus, if (B/G >

1.75), the material is ductile; otherwise, if (B/G < 1.75), the material is hard and brittle. According to Table 1, the value
of this ratio is greater than 1.75, so we can consider that our alloy is ductile. The Young's modulus £ is an indicator of a
material's stiffness. The higher the Young's modulus for a given material, the stiffer it is. This property measures a
material's ability to resist elastic deformation under applied stress, providing crucial insights into its structural strength
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and response to mechanical stress. The obtained value of Young's modulus £ is relatively high, demonstrating the rigid
characteristic of our studied alloy.

We can also assess the hardness of this alloy, as it is a mechanical property that provides information about the
plasticity, elasticity, and strength of materials. In our study, we adopted the Vickers microhardness model using the
following expression provided by Tian et al [14]:

1,137
Hy =092 (2) " 60703, 7

In conclusion, based on Table 1, we observe that the studied material exhibits favorable hardness characteristics,
making it a suitable choice for small electronic or mechanical components.

The knowledge of elastic constants has also allowed us to deduce other mechanical quantities, such as anisotropy
A , Cauchy coefficient CP and melting temperature.

The Zener anisotropy factor measures the degree of anisotropy in solids. A material is considered completely
isotropic if 4 =1, while any value below or above "1" indicates the anisotropy of the material. It is determined by the
following relation [15]:

_2.c
A= 44/(Cn = Ci2) ®)

In our compounds, a Zener anisotropy factor different from 1 implies that the compound is anisotropic. We also
know that when is close to 1, it indicates maximum stiffness along the <111> cube diagonal, which is the case for our
compound.

Determining the Cauchy pressure (CP) is used to assess the nature of atomic bonding in metals and compounds,
whether they exhibit brittle or ductile characteristics [16].

CP = Clz - C44. (9)

For our alloy, the Cauchy pressure has a positive value, indicating the ductile and metallic nature of our material.
We have also calculated the melting temperature from the elastic constants using the following equation [17]:

T,.(K) = [553 + (5.911) - C;,] F 300 (10)

The Debye temperature (6D) provides essential insights into the properties of a solid material in response to
temperature, being linked to the upper limit of phonon frequencies. The calculation of the Debye temperature using elastic
constants is a reliable process, based on the following equation [16, 17]:

6p == i(%)]%vm (1n)

- kp l4.m

Where N, is the Avogadro number; M is molar mass; p is the density; h is the Planck constant and kg is Boltzmann
constant. 17, is the sound mean velocity given by:

R @

2
= (g] represent the longitudinal sound velocity, and the transverse sound propagation
P

1 1
2
3B+ 4G] v
3p
velocity, respectively.
The results of the elastic parameters and behavior of this compound are mentioned below in Table 1.

Where: 7, :(

Table 1. elastic constants (Ci1,Ci12,Ca4) GPa, Bulk Modulus ( B ) GPa, Shear Modulus ( G ) GPa, Young Modulus ( £) GPa, Poisson
ratio (v ), (B/G) Ratio, Micro Hardness ( /1 ), The Anisotropy 4 , Cauchy Coefficient CP , Melting Temperature (7, ) in °K, Debye

temperature (6,) in °K

RuAsNb Cy Ciy Cas B G E v B/G H A cp T,+300 6,

This work 268.5 172.6 116.5 20456 89.06 23333 0.34 2.29 839 2429 s56.1 1573.23 388.61
Other work [4] 250951 158.761 96.734 - - - - - - - - -

The study of the elastic properties of three-dimensional (3D) surfaces provides a clear visualization and a
comprehensive explanation of the anisotropic behavior of mechanical modules.
The dependence on the crystallographic direction of the bulk modulus B, Young's modulus £ and shear modulus G is
calculated using the following expressions [15]:
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—= (S +2.5,) 2 + 13+ 13)
== i1 = 2.(S11 = S12 = 3 54a) (B + B13 + B12) (13)
% =S, —4 (511 -8 — %544) (sin?6 - cos?6 + 0.125sin*)(1 — cos4¢)
There S, are the elements of the matrix of elastic compliance constants, which are obtained from the inverse of the

matrix of elastic constants; (S; = C,]_1 ), and /,,1,,[; are the direction cosines along the X, y, and z axes. We found the S,

respectively: S,, =0.00749, S, =-0.00293, S,, =0.00859

The ideal spherical shape of the 3D directional dependence is associated with the isotropic nature of the material,
while the non-spherical shape reflects anisotropy. The 3D surfaces with their 2D projections of different planes [100],
[010], and [001] for the compressibility modulus, Young's modulus, and shear modulus of the RuAsNb compound are
illustrated in Figures 3, 4, and 5, respectively.

According to Figure 3, the compressibility module exhibits a perfect spherical shape in three dimensions (3D),
suggesting isotropic behavior for the studied alloy. According to Figures 4 and 5, a significant deviation from the spherical
shape can be observed for the shear modulus and Young's modulus, highlighting a significant degree of anisotropy in the
shear modulus. In Figures 3, 4, and 5, the 2D projections of the compressibility modulus B, Young's modulus £, and shear
modulus G on the (100), (010), and (001) planes exhibit an isotropic character for B and a pronounced anisotropic behavior
for G compared to E.

RuAsNb

Figure 4. 3D illustration of the Young's modulus, and 2D surface projections on the planes (100), (010), and (001) for the
compound RuAsNb

Figure 5. 3D illustration of the shear modulus and 2D surface projections on the planes (100), (010), and (001) for the compound
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3.3. Thermoelectric Properties and lattice Thermal Conductivity

We conducted a comprehensive assessment of the thermoelectric properties using semiclassical Boltzmann transport
theory within the constant-scattering-time approximation, as implemented in the BoltzTraP code.This approach, grounded
in Boltzmann theory [18], provides a detailed and accurate perspective on the thermoelectric response of the considered
system. The determination of electronic transport properties, including electrical conductivity, Seebeck coefficient, and
electronic thermal conductivity, involves using calculated band structures as inputs for the BoltzTraP package [19].

For this section, we utilized the band structure calculated using the WC-GGA approximation to compute the
thermoelectric properties of the compound RuAsNb.

We will now express the Seebeck coefficient, electrical conductivity, and the electronic transport tensors of thermal
conductivity as follows [20,21]:

I SR e —uy| - L TE0
S T L ks u){ = } (14)
0= oaﬁ(e){——aﬂ(gf’”)]de : (15)
2 ao )
By (1) = [0, ©) € ) [—%}d . (16)

Where e is the electron charge, (2 is the reciprocal space volume, is the bearer energy, f is the Fermi distribution function,
u is the chemical potential, and T is the absolute temperature.
The conductivity tensor o,,(€) in terms of energy and electronic thermal conductivity & is expressed as:

o —€.;)

de (1n

0,4(©) =Y. 0,(iF)
N %
Where N is the number of k-points.

It is evident within the realm of semiconductor materials that in a p-type semiconductor, the majority charge carriers
are identified as holes, while the minority carriers consist of electrons. Conversely, in an n-type semiconductor, electrons
are the majority charge carriers, whereas holes are minority carriers. [22]. This fundamental distinction between the two
types of semiconductors underscores the importance of understanding the nature of dominant charge carriers, which is
crucial for comprehending the electronic properties and conduction behavior of these materials. In Figure 6, we have
depicted the variation of the Seebeck coefficient as a function of chemical potential ranging from [considered as the
carrier concentration for the alloys] at different constant temperatures (300, 600, and 900 °K) for our alloy [23].

The negative characteristic of the Seebeck coefficient (S) indicates n-type conduction, with electrons as the main
charge carriers. Conversely, the positive sign of S implies p-type conduction, with holes as the majority charge carriers.

In this compound, the optimal values of the Seebeck coefficient (S) are observed around the Fermi energy (Ef).
Indeed, S is inversely proportional to electrical conductivity, and in this energy range, conduction is intrinsic, resulting in
low electrical conductivity. These optimal values tend to decrease as the temperature (7) increases.

Furthermore, it is observed that for this compound, when the value of S is positive, it indicates that the conduction
is of P-type. Therefore, this semi-Heusler compound is a p-type semiconductor, as confirmed in the work of Zhenzhen
Feng et al [3] and also by Fatiha Cherifi et al [4].
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Figure 6. Seebeck coefficient S as a function of chemical potential y
Figure 7 illustrates the variation of electrical conductivity as a function of chemical potential # — E, =+2el" at

different temperatures (300°K, 600°K, and 900°K). This curve highlights that the effect of temperature on electrical
conductivity is negligible.
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Regarding electronic thermal conductivity, Figure 8 clearly shows that an increase in temperature leads to a marked
rise in the electronic thermal conductivity of our compound. Furthermore, the electronic thermal conductivity curve
exhibits a shape similar to that of the electrical conductivity curve, suggesting that charge carriers also play a crucial role
as heat carriers [24].
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The performance of a thermoelectric material is assessed using a dimensionless parameter called the figure of
merit, denoted as Z7. This quantifies the enhancement of the thermoelectric performance of a material and can be
calculated using the following formula [25,26]:

S*.o

ZT = .
k,+k

(18)

Where: T the absolute temperature, S is the Seebeck coefficient, o s the electrical conductivity, k, is the electronic
thermal conductivity, and £, is the lattice thermal conductivity.

We calculated the variation of the figure of merit Z7 as a function of chemical potential over an extended
temperature range to assess if the system can maintain favorable thermoelectric performance even at elevated
temperatures. A figure of merit Z7 equal to or greater than unity indicates excellent transport properties.

In Figure 9, ZT is maximal at a temperature of 300 K only at the peaks, but as soon as ZT starts to decline, the values
at the highest temperature (900 K) dominate compared to the temperature of 300 K.

The values of the figure of merit associated with the Half Heusler RuAsNb are attributed to their low levels of
electrical conductivity, combined with their high thermal conductivity. The value ZT of the compound is approximately
0.869 at ambient temperature.

In Figure 10, depicting the power factor as a function of chemical potential, an increase in PF is observed with the
rise in temperature, reaching a maximum value at T=900°C. Two peaks of high intensity are also notable, with one being
a primary peak near the Fermi level boundary, having a value of 1.2973x1012 W K?/ms.
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Figure 9. The merit factor, (ZT) as a function of the chemical Figure 10. The power factor (PF) as a function of the
potential u chemical potential u

The lattice thermal conductivity (%, ) of this compound is determined using Slack method [27]. The lattice thermal
conductivity is given as:

3
k, =A'w' (19)

7-n§-T
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Where n is the number of atoms in the primitive unit cell, &’ is volume per atom, 6, is the Debye temperature M is
the average mass of atoms, 7 is an absolute temperature, ¥ is Griineisen parameter. The constant 4 is collection of
physical constants, which is determined as:

. . 7
= 5.20-0.847-10 (20)

L)

Further ¥ is calculated using Poison ratio v by using following formula

_3(1+v)

S 2.2-3) @1

The thermal conductivity of the lattice in this compound varies with temperature, as shown in Figure 11. An increase
in temperature leads to a decrease in the thermal conductivity of this material. At 300 K, the lattice thermal conductivity
of RuAsNbD is 35.01 W-K'-m"!. Comparing our value to the one calculated by Fatiha Cherifi et al. [4], which is
15.2 W-K'-m™!, our value is significantly higher, approaching nearly twice that of the latter
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Figure 11. The variation of lattice thermal conductivity as function of temperature for RuAsNb

4. CONCLUSIONS

In this investigation, we employed the Full-Potential Linearized Augmented Plane Wave (FP-LAPW) method, as
implemented in the WIEN2k software, to thoroughly investigate the structural, electronic, optical, and thermoelectric
properties of the RuAsNb compound. By utilizing the TB-mBJ potential, we calculated the electronic band structure,
which revealed an energy gap consistent with experimental observations.

Our analysis highlighted the material's advantageous optical properties, suggesting its potential applicability across
the infrared, visible, and ultraviolet regions of the electromagnetic spectrum. Furthermore, we assessed the thermoelectric
characteristics of RuAsNb, focusing on key parameters such as the Seebeck coefficient, as well as electrical and thermal
conductivities, and the power factor. Notably, our findings confirmed that holes are the dominant charge carriers,
establishing RuAsNb as a p-type semiconductor.

We also explored the influence of variations in chemical potential on the thermoelectric properties, providing
valuable insights into their temperature-dependent behavior. To enhance the robustness of our conclusions, we conducted
a comparative analysis across various exchange—correlation potentials. The promising optical and thermoelectric
properties of RuAsNb underscore its potential as a candidate for next-generation energy devices and photovoltaic
applications. Collectively, these findings contribute significantly to the understanding of the applicability of RuAsNb in
advanced materials for energy conversion technologies.
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JOCJIIIKEHHSA EJTEKTPOHHUX, IPYKHUX TA TPAHCIIOPTHUX BJACTUBOCTEM METO/IOM DFT,
I OIITHKA TPATKOBOI TEIUIOIPOBITHOCTI HAITNIBIEACJIEPOBOI'O CILTABY RuAsNb
Asiza Byryral!, Amop Byapiua?S, ®. 3enixepi>’, 3eiine6 Bopaxutat, Padi Ampayid#, Canim Kanpi®®, Banin Benmxenry®,
Caunax Ari6®
HJenmp oocnioncens mexanixu CRM, ITo. Box 73 B, 25021, Koncmanmina, Anoicup
’Hayxosa 3ona Yuiscepcumemy Iapoaiis, PO Box 455, Iapoaiis, 47000, Anocup
3Buwa HOpManbHa wiKona mexuonociynoi ocseimu, Ckixoa, 21000, Anxcup
4Jlabopamopis ¢isuxu mamepianie - L2PM, Yuieepcumem I'envma 8 mpasusa 1945 p. Anocup

3Jlabopamopia npomucroeoi mexanixu (LMI), Baoxci Moxmap — Yrieepcumem Annaba, PO Box 12, Annaba, 23000, Anscup

bJlabopamopis ounamixu dsuzynie ma siopoaxycmuxu (LDMV), Yuisepcumem M xameda Byzeppa, Bymepoc, 35000, Ancup
7Jlabopamopis axmuenux komnonenmie i mamepianis, Yuieepcumem Jlap6i Ben M'Xioi, Ym Ene Byazi, 04000, Anowcup

VY oMy JOCHIDKEHHI MM 3aCTOCYBAJIM METOJ MOBHOIOTEHIIANBHOI JiHEapU30BaHOi JomoBHeHOI miockoi xwii (FP-LAPW),
peanizoBanmii 'y Wien2k, asi mpoBeleHHS KOMIUIEKCHOTO JOCHI/KCHHS CTPYKTYPHHX, CICKTPOHHHX Ta TEPMOCICKTPUUHUX
BinactuBocteit RuAsNb. EnexrponHa 30HHa cTpykTypa Oyja po3paxoBaHa 3 BUKOPHCTAHHSIM OOMIHHO-KODPEISIIIHOTO MOTEHIiary
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TB-mBJ, mo npussesno 10 eHepreTuyHoi 3a00POHEHOT 30HH, AKa 100pe Y3rOMXKYEThCS 3 HAABHUMH €KCIIEPUMEHTAIIbHUMU JaHUMH.
Kpim Toro, Hamr aHaji3 BHSBUB CIPHSTIMBI ONTHUYHI BIACTHBOCTI, LIO IiJKPECIIOE MOTEHIiad MaTepialxy Ui 3aCTOCYBaHHS B
iH(ppadepBOHOMY, BUTUMOMY Ta YIbTpadioleTOBOMY [iana3oHax eJIeKTPOMArHiTHOTO CHeKTpy. MM Tako)K OLiHHIM TePMOCTICKTPUYHI
xapakTepucTuk RuAsNb, mnpoaHamizyBaBmIM KIIOYOBI TapaMeTpu, 30Kkpema KoedimieHT 3eebeka, eNeKTPOIPOBIAHICTD,
TEIUTONIPOBIIHICTD Ta KOe(illiEHT MOTY>KHOCTI. Pe3ynpTaTi MOKa3yroTh, O AIPKH € TOMiHYIOYHMH HOCISIMH 3apsily, IO MiATBEPIKYE
HaliBIOPOBIAHUKOBY mpupony p-tuny RuAsNb. Kpim Toro, Oymo mocmipkeHO BIDIMB 3MiH XIMIYHOTO IIOTEHIialy Ha Iii
TEPMOENIEKTPUYHI BJIACTUBOCTI, IO JajJo LiHHY iH(poOpMamilo mpo IX TeMmeparypHo-3ajexHy moBeminky. 1llo6 3abesmeuntn
HaJiHICTh HAIIMX BHMCHOBKIB, OyJO NPOBEICHO IMOPIBHSIBHE IOCIIPKCHHS 3 BHKOPHUCTAHHSAM PI3HUX OOMIHHO-KOPENSIIHHUX
MOTEHIaMiB, SIKe JOAATKOBO IiITBEPAMIO Y3TODKEHICTh pe3yibTarTiB. [lepcrekTHBHI TepMoenekTpuuHi xapakrepuctiku RuAsNb
CBiYaTh MPO HOro MPUAATHICTH SIK MOTCHIIMHOro KaHIugata Uil MPUCTPOIB MEPETBOPEHHS SHEeprii HACTYIHOIO MOKOJIHHS Ta
(oTOCNeKTPUYHHX 3aCTOCYBaHb. Bijbliie TOro, oLiHKa TEIIONPOBIIHOCTI PEIIITKH 3a ZonoMororo Moeni Criaka miABUILYye HagiiHICTh
HAIIUX TMPOTHO3IB Ta HaJa€ WiHHI 3HAHHS [T MAaiOyTHIX JOCTIKEHb. 3araioM, s podoTa Crpusie TAOIOMY PO3YMiHHIO IIOTEHIIIaTy
RuAsNb y mepenoBux eHepreTHYHUX MaTepianax.

Kurouosi cinoBa: naniseeticnep; DFT, cmpykmypua énacmugicmyv,; aHi30mponis, onmuyHi 61aCmusocmi;, NOKA3HUK AKOCMI



