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A DFT insight into lead free double halide
perovskite Cs2TeI6 for clean and renewable
energy sources

Md. Sajib Hossian,a Md. Majibul Haque Babu,b Alamgir Kabir, *a

Ahmed Azzouz Rached c and Md. Ibrahim Kholild

In this study, we investigate the lead free double halide perovskite Cs2TeI6 using first-principles density

functional theory (DFT) calculations to explore its potential as a photocatalyst for water splitting. We employ

multiple exchange–correlation functionals to comprehensively evaluate the material’s mechanical, electronic,

and optical properties. The elastic constants, bulk modulus, and hardness indicate that Cs2TeI6 is mechanically

stable and ductile, with a Vickers hardness value between 0.13–2.28 GPa. The band structure analysis reveals

an indirect bandgap ranging from 1.268 to 2.058 eV, depending on the functional used. Optical property simula-

tions demonstrate significant absorption in the visible range, with the calculated redox potentials suggesting ther-

modynamically favorable conditions for the water splitting mechanism. The findings indicate that Cs2TeI6 is a

promising candidate for photocatalytic applications, including solar energy conversion and hydrogen production.

1. Introduction

Photocatalytic water splitting has emerged as a pivotal technol-
ogy for sustainable hydrogen production, addressing the need
for clean and renewable energy sources. By harnessing solar
energy to convert water into hydrogen and oxygen, this process
offers a viable solution to reduce dependence on fossil fuels
and mitigate environmental impacts.1,2 The ideal photocatalyst
must possess a suitable band gap (typically between 1.23 and
3.00 eV) for optimal light absorption, and favorable redox
potentials for the hydrogen and oxygen evolution reactions.3,4

In the cutting-edge world, perovskites are rare minerals found
on earth with a cubic structure that have gained significant
attention as potential candidates in optoelectronics. Among
them, the semiconducting lead halide perovskites, i.e. ABX3,
have a broad range of optoelectronic device applications such
as photovoltaics, solar cells, light-emitting diodes (LEDs), opti-
cal fibres,5–9 etc. Primarily, the lead-based halide perovskite was
used as an optical material in solar cells with low power
conversion efficiency (PCE), around 3.8%.10 In the years that
followed, the efficiency of lead-based perovskite solar cells was
enhanced, and they became the subject of a significant amount

of study worldwide. Recently the PCE of perovskite solar cells
has reached a new high of 25.2%.11–16

Despite so many advantages, the prime disadvantages of
lead-based halide perovskites are their toxicity and instability
under ambient conditions. Therefore, scientists all over the
world are working to develop lead-free perovskite materials
which are less toxic and more stable in the ambient environ-
ment. The divalent non-toxic metals in group IV(A), i.e., Sn and
Ge, were considered suitable alternatives for lead retaining the
ABO3 structure. However, due to the 2+ oxidation state, the Sn-
based perovskite rapidly degrades when exposed to the air.17

Moreover, Ge-based perovskites showed poor photovoltaic
performance.18 Meanwhile, the substitution of other divalent
elements revealed poor optoelectronic performance due to low
absorption, large carrier effective mass, and high bandgap.19,20

Recently, it was postulated that two Pb2+ ions might be
exchanged by the combination of one monovalent and one
metallic trivalent ion, or by the combination of one monovalent
and one tetravalent metal to produce perovskites that have the
same overall charge balance. As a result of this unique sub-
stitution, double perovskites with general formula A2B0B00X6 can
be synthesized easily. The A site in the formula is usually
occupied by a moderately large cation, the B0 and B00 sites are
occupied by either trivalent or monovalent cations, and the
X site is an halogen or oxygen ion. Given their potential to solve
the problems that have plagued lead-based perovskites thus far,
halide double perovskites have recently been a hot topic in the
field of optoelectronics research.21 Recently, some studies have
reported the synthesis process of several inorganic halide
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double perovskites, as well as their characterization. However,
the majority of synthetic materials have either poor optical
characteristics or high bandgap values; therefore, the materials
are not suitable for photovoltaic applications. Eric et al. have
reported bandgaps for Cs2AgBiBr6 as 2.19 eV and Cs2AgBiCl6 as
2.77 eV, and both materials are stable under exposure to the air;
however, Cs2AgBiBr6 is found to degrade over time.22 Zhou et al.
have reported the bandgap for Cs2AgInCl6 as 3.33 eV with excellent
thermal stability.23 However, they suggested further investigations
to improve the optical properties. Jani et al. have reported a PCE of
14.68% for Cs2TiBr6 that can be improved to 18.97% by composi-
tional changes.24 Moreover, other halide double perovskites, for
example, Cs2SnCl6, Cs2PdBr6 and Cs2PdX6 (X = Br, I), have
demonstrated impressive optical performance and stability when
subjected to the ambient environment.25–27 Recently, a relatively
new halide double perovskite composition, Cs2TeI6, has shown
impressive properties for use in optoelectronics applications.28

To our best knowledge, there is no extensive study on the
technologically important mechanical properties of Cs2TeI6.
Among lead-free alternatives, Cs2TeI6 distinguishes itself through
its balanced optoelectronic properties. While Cs2AgBiBr6 exhibits a
wider bandgap (B2.2 eV) and stability issues under prolonged
illumination,22 and Cs2TiBr6 shows stronger absorption but higher
bandgap (B1.8 eV),24 Cs2TeI6 achieves an optimal indirect band-
gap (B1.5 eV) with enhanced visible-light absorption.28 Notably,
its iodine composition improves environmental stability compared
to bromine-based analogs (e.g., Cs2SnBr6 degrades within hours in
air),29 while maintaining competitive power conversion efficiency
potential (B15–19%).30 These attributes make Cs2TeI6 a uniquely
viable candidate for stable, visible-light-driven applications.

This study employs first-principles density functional theory
(DFT) calculations to systematically investigate the structural,
mechanical, electronic, and optical properties of Cs2TeI6. Our
primary objectives are to evaluate its mechanical stability and
ductility for potential use in thin-film technologies, determine
its electronic band structure and bandgap to assess its suit-
ability for visible-light absorption, analyze its optical properties
to gauge its efficiency in solar energy conversion, and examine
its redox potentials to determine its feasibility for photocataly-
tic water splitting. Through this comprehensive analysis, we
aim to establish Cs2TeI6 as a viable, environmentally friendly
material for clean energy applications, particularly in photo-
catalysis and photovoltaics.

2. Computational details

The full-potential linearized augmented plane wave method31,32

based on DFT,33 as available in the WIEN2k package,34 is used for
all the calculations. In order to improve the results of the
electronic properties, the GGA-mBJ method was used in the
calculations.35 The maximum allowable value of the Gmax para-
meter, which is the highest vector magnitude in a Fourier expan-
sion, is set to 14. The cut-off energy, which was set at �6 Ry, was
chosen so that valence states could be distinguished from core
states. The charge convergence of 0.0001e is used within a self-
consistency cycle. For the Brillouin zone sampling, a special
k-point mesh of 8 � 8 � 8 in the Monkhorst–Pack scheme is
used. K-Point convergence tests were performed and revealed very
small energy variations (0.0002 Ry) between 8 � 8 � 8 and 12 �
12 � 12 meshes for both PBE and GGA-PBEsol. The cut-off energy
convergence was set at �6 Ry by checking its very small variation
(r0.000006) Ry between �5 Ry and �8 Ry. The elastic constants
were calculated using the finite-strain energy method within
the WIEN2k code,36 where a series of small deformations were
applied to the equilibrium lattice, and the resulting energy-strain
curves were fitted to determine the elastic tensor. Atomic posi-
tions were fully relaxed for each strain state to ensure equilibrium
conditions. The methodology follows the approach implemented
in the Elastic package37 and aligns with previous first-principles
studies on similar systems.38,39 The elastic constants were calcu-
lated using the finite-strain energy method40 within the WIEN2k
code,34 where a series of small deformations were applied to the
equilibrium lattice, and the resulting energy-strain curves were
fitted to determine the elastic tensor. Atomic positions were fully
relaxed for each strain state to ensure equilibrium conditions. The
mechanical properties were calculated using the CASTEP code.41

The residual force 0.03 eV Å�1 was included as a supreme value.
Optical properties were derived from the dielectric tensor E oð Þ,
covering photon energies up to 14 eV.

3. Results and discussion
3.1. Structural properties

The ternary halide double perovskite Cs2TeI6 possesses a face-
centred cubic crystal with space group Fm%3m (no. 225).42

The crystal geometry of Cs2TeI6 is illustrated in Fig. 1, which
can be expressed by the A2BX6 formula. This can be defined as a

Fig. 1 (a) Reorientation of the unit cell reveals the isolated polyhedral units and (b) crystal structure of the double perovskite.
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[BX6] cluster with B-deficient ABX3 perovskites. In addition,
vacant or unfilled sites between two [BX6] are occupied with
A-site atoms. Each [BX6] unit in the A2BX6 structure is isolated
from others, establishing a 12-fold coordination environment
of discrete X-anions. Moreover, A(Cs)-cations are encircled by
twelve and B(Te) atoms by six halogen ions. The A-site atoms
are placed at the 8c Wyckoff site with (0.25, 0.25, 0.25) fractional
coordinates, B-site cations are positioned at the 4a Wyckoff site
with (0, 0, 0) coordinates, and finally, X-anions lie at the 24e
Wyckoff site with (0.2498, 0, 0) fractional coordinates.

However, we have simulated the lattice parameters under
two different methods, which are GGA-PBE and GGA-PBEsol
functions. Table 1 illustrates the simulated lattice parameters
in comparison to the experimental results. The lattice constants
are determined to be quite close to the experimental value.
Exploring Table 1, it is obvious that the GGA-PBEsol method
gives more precise lattice parameter values compared with
practical work than the GGA-PBE method.

3.2. Mechanical properties

To project the stability of the Cs2TeI6 double perovskite, three
related elastic constants for a cubic crystal, namely C11, C12,
and C44, have been investigated precisely using the finite strain
theory40 within the CASTEP code. In general, the calculated
elastic constants should satisfy the following Born stability
requirement to be mechanically stable.43 Thus, for a cubic
phase, the Born stability criteria are specified as follows:

C11 + 2C12 4 0, C44 4 0, C11 � C44 4 0

Subsequently, the values of the three corresponding elastic
constants are listed in Table 2 for both the PBE and PBEsol
functional. The Cs2TeI6 satisfies the above-Born stability cri-
teria, i.e. three single elastic constants fulfil these criteria,
demonstrating that it is mechanically stable. It is ubiquitously
known that Cauchy pressure typically demonstrates the differ-
ence between C12 and C44, and its positive and negative value
indicates the ductile and brittle nature. Herein, we found only a
negative value of Cauchy pressure, signifying the brittle nature
of Cs2TeI6.

However, using the Voigt–Reuss–Hill (VRH) equating meth-
odology, the polycrystalline elastic moduli of Cs2TeI6, and the

Poisson’s ratio, have been computed.44 Any cubic crystal’s Voigt
and Reuss constraints on B and G have been determined using
these formulas:44

Bv ¼ BR ¼
C11 þ 2C12

3
(1)

Gv ¼
C11 � C12 þ 3C44ð Þ

5
(2)

GR ¼
5C44 C11 � C12ð Þ

4C44 þ 3 C11 � C12ð Þ½ � (3)

The arithmetic mean (AM) value of Voigt and Reuss in terms
of Hill approximation was determined as follows:

B ¼ 1

2
BR þ Bvð Þ (4)

G ¼ 1

2
Gv þ GRð Þ (5)

The use of Hill’s bulk modulus (B) and shear modulus (G)
yields Young’s modulus (E) and Poisson’s ratio (n), respectively:

E ¼ 9GB

3Bþ G
(6)

n ¼ 3B� 2G

2 3Bþ Gð Þ (7)

The calculated bulk and shear modulus mainly measure the
elasticity in size and elasticity in shape, respectively. Addition-
ally, shear modulus indicates the plastic deformation under
shear stress and hence suggests the materials hardness.45

The calculated results of polycrystalline elastic modulus are
recorded in Table 3. It is manifested (see Table 3) that B is
considerably larger than G, i.e. B 4 G, which designates that G
is desirable to describe the stability of Cs2TeI6.46 Besides, a
lower value of G than B reflects a higher resistance to the
volume deformation under external pressure and reveals a
covalent nature in the atomic bonds.47 Most importantly, the
B and G values are relatively lower in the case of the PBE and
PBEsol methods as they are less than 100 GPa,48 revealing a soft
and flexible nature. Therefore, Cs2TeI6 is suitable to use in thin
film technology and remarkable for use in optoelectronic
device applications.

It is seen from Table 3 that a lower value of compressibility,
i.e.b (= 1/B), is obtained for the PBE and PBEsol functionals as
they are inversely proportional to the bulk modulus. Conver-
sely, a higher value of machinability index (mM = B/C44) is
determined for Cs2TeI6 double perovskite, which is similar to
previously reported data.49 Therefore, we can conclude that Cs2TeI6

may have a plausible application in materials engineering.49 It can

Table 1 Calculated lattice parameter a (Å) and cell volume V (Å3) under
the PBE and PBEsol method

Methods

a (Å) V (Å3)

This study Cal. Expt. This study

GGA-PBE 11.96 11.6630 11.7129 429.65
GGA-PBEsol 11.70 — 401.18

Table 2 Calculated single elastic constant of double perovskite Cs2TeI6

Functional C11 C12 C44 C12 � C44

PBE 23.68 2.67 6.94 �4.27
PBEsol 42.59 7.79 10.07 �2.28

Table 3 Calculated polycrystalline elastic modulus of Cs2TeI6

Functional B (GPa) G (GPa) b (1/GPa) mM E (GPa) B/G n Hv (GPa)

PBE 9.67 5.86 0.1034 1.39 14.63 1.65 0.247 0.13
PBEsol 19.39 12.55 0.0515 1.93 30.97 1.55 0.234 2.28
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also be seen (see Table 4) that E discloses a higher value than G and
B, i.e. the moduli enhance in the order of G o B o E, which
signifies that Cs2TeI6 double perovskite allows uniaxial deforma-
tion more easily than volumetric deformation. Moreover, it should
be noted that a lower value E is confirmed by the PBE and PBEsol
methods, signifying a soft and flexible material, which is optimum
for making a high-quality thin film.

To explore the brittleness and ductility of Cs2TeI6 further, we
computed the Poisson’s ratios and Pugh’s.52,53 In general, the
value of ratio B/G = 1.75 determines the ductile and brittle
nature of the materials. Herein, the material can be considered
brittle as the value of B/G is lower than 1.75 with the PBE and
PBEsol functionals. In the case of Poisson’s ratio, Cs2TeI6

double perovskite exhibits a brittle nature as the Poisson’s
ratio is less than the critical value of 0.26 in both functions.
Both Pugh’s ratio and Poisson’s ratio indicate the brittleness of
the materials and the same results indicate the reliability of our
calculations.

The structural and elastic properties of Cs2TeI6 are intrinsi-
cally linked due to its face-centered cubic (FCC) symmetry and
unique bonding environment. The material’s large lattice para-
meter (*a* E 11.70–11.96 Å) and isolated [TeI6]2� octahedra
result in low bulk modulus (B = 9.67–19.39 GPa) and shear
modulus (G = 5.86–12.55 GPa), characteristic of soft, brittle
materials.28,29 The negative Cauchy pressure (C12 � C44 = �4.27
to �2.28 GPa) and low B/G ratio (1.55–1.65) further confirm this
brittle behavior, consistent with other vacancy-ordered double
perovskites.29,49 Notably, the PBEsol functional predicts shorter
bond lengths and higher bond overlap population values
compared to PBE, correlating with increased covalency and
greater hardness (2.28 GPa vs. 0.13 GPa).49,54 These structure–
property relationships highlight how computational methods
influence mechanical predictions while underscoring Cs2TeI6’s
potential for flexible optoelectronic applications.28,48

The Vickers hardness Hv, is calculated here by using the
following empirical formula,55 where k = G/B.

Hv = 2(k2G)0.585 � 3 (8)

The calculated value of Vickers hardness, such as 0.13 GPa
and 2.28 GPa for the PBE and PBEsol functional, respectively,
indicates that each value is small and hence it reveals the soft
and flexible nature of the material, and hence it is suitable to be

used in thin films. The Vickers hardness of Cs2TeI6 (0.13–
2.28 GPa) is notably low compared to other functional materials
but aligns with trends observed in halide perovskites. For
instance, lead-free double perovskites like Cs2SnI6 and Cs2Ag-
BiBr6 exhibit similarly low hardness (0.5–1.5 GPa) due to
their ionic bonding and structural vacancies.22,28 In contrast,
hybrid perovskites (e.g., MAPbI3) show marginally higher values
(B0.3–1.0 GPa) owing to partial covalent contributions from
organic cations,56 while oxide perovskites (e.g., SrTiO3) are
significantly harder (10–20 GPa) because of stronger metal–
oxygen bonds.45 Conventional semiconductors like silicon
(B10 GPa) and GaAs (B7 GPa) also far exceed Cs2TeI6 in
hardness,55,57 highlighting the soft nature of halide perovs-
kites. These comparisons underscore that Cs2TeI6’s low hard-
ness is intrinsic to its chemical class, making it suitable for
flexible optoelectronics but mechanically inferior to oxides or
covalent semiconductors.

3.3. Electronic properties

Electronic properties are very crucial properties for getting
fruitful information from double perovskites. We studied the
electronic properties utilizing GGA along with PBE and GGA
along with PBEsol in the Brillouin zones. For better estimation,
we did further simulation using the GGA-PBE functional along
with mBJ and also added mBJ with GGA-PBEsol. Here, four
different band gaps are found from those calculations. In this
simulation, we calculated the band near the Fermi level as the
semi-conductive theory enforces that the bands are very impor-
tant for finding the physical behavior of the material. The
valence band maximum (VBM) is observed at a different point
from the conduction band minimum (CBM), which indicates
that Cs2TeI6 is an indirect band gap semiconductor. For GGA,
along with four different functionals of PBE, PBE-mBJ, PBEsol,
and PBEsol-mBJ, our simulated indirect band gap values are
1.268 eV, 1.718 eV, 1.287 eV, and 1.706 eV, which are depicted
in Fig. 2. In Fig. 2, the total density of states (TDOS) with the
band structure for every type of function is also added. The
experimental band gap of Cs2TeI6 is 1.5 eV,28 which is in the
range of our simulated band gap. The calculated band gap with
different functionals is recorded in Table 4. In every function, it
is observed non-zero TDOS at the Fermi level, which clarified
that our material is a semiconductor. The calculated band-
gap of Cs2TeI6 shows strong dependence on the choice of
exchange–correlation functional, varying from 1.268 eV (GGA-
PBE) to 2.058 eV (PBEsol-mBJ), while the experimental value is
reported as 1.5 eV.28,30 This wide range originates from the
inherent limitations of different DFT functionals in describing
electronic structure – GGA functionals like PBE tend to under-
estimate the bandgaps due to the self-interaction error,
while mBJ corrections incorporate nonlocal potential effects
that typically yield larger, more accurate gaps.35 The functional
dependence is particularly pronounced in halide perovskites
due to their strong spin–orbit coupling and localized electronic
states. Notably, the PBEsol-mBJ result (1.706 eV) agrees most
closely with experiments, suggesting that this approach may better
capture the material’s electronic properties.30 Such variations in

Table 4 Band gap of various double perovskite materials with different
functionals

Compounds Functionals Nature Band gap, Eg (eV) Ref.

Cs2TeI6 PBE Indirect 1.268 This work
PBE_mBJ Indirect 1.718 This work
PBEsol Indirect 1.287 This work
PBEsol_mBJ Indirect 1.706 This work
— Indirect 1.50 Expt.28

PBE Indirect 1.12 Calc.30

Cs2PtI6 PBE Indirect 0.651 50
Rb2TeBr6 — Indirect 2.07 51
Rb2SnI6 PBE Indirect 0.12 50
K2TeBr6 — Indirect 2.39 51
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predicted bandgap have direct consequences for assessing the
material’s suitability for specific applications, as they affect both
optical absorption characteristics and the alignment of the band
edges with the redox potentials.

3.4. Charge density and bond length

Fig. 3 represents the contour plot of the electronic charge
density of Cs2TeI6 along the 111 and 011 planes. Electronic
charge density is calculated here to reveal the bonding nature
among the different atoms. A vertical colour line on the right
side represents the scale of low (blue) to high (red) electron
density. The covalent bonds and the ionic bonds mainly define
the charge accumulation and balancing of charges between two
constitutes atoms, respectively.54 The charge density map
represents both types of bonds due to charge accumulation
and balancing charge between Cs, Te, and I. Consequently,
covalent and ionic bonds were observed among the different
atoms.

The investigated bond overlap population (BOP) is listed in
Table 5. The negative and positive values of BOP indicate the
bonding and antibonding state.58 Furthermore, the large value
of BOP signifies the strong covalent interaction between the
two atoms. Therefore, the Cs–Cs and Te–Cs bonds reveal a
significant covalent interaction. Under the PBEsol, the bond
length decreases (as shown in Fig. 4), but on the other side, an
enhanced BOP value has been observed. Hence, the covalency
of Cs2TeI6 is increased in PBEsol.

3.5. Redox potentials

A narrow bandgap (B2.0 eV), the low electron–hole (e�–h)
recombination rate and suitable redox potentials (RP) are
important for a good photocatalyst. The RP is typically calcu-
lated from the position of the VBM and CBM as compared to
the water oxidation/reduction potential. Herein, the positions
of the VBM and CBM are theoretically calculated using the

Fig. 2 Calculated band structure along with TDOS under five different density functionals.

Fig. 3 Charge density of Cs2TeI6 along (a) the 111 plane and (b) the 011 plane.
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following equations:

ECB ¼ w� Ee �
1

2
Eg (9)

EVB = ECB + Eg (10)

where ECB resembles the edge potential of the conduction band
CB and EVB is that of the valence band VB, Ee is the energy of
free electrons on the scale of hydrogen (4.5 eV), Eg is the
calculated electronic bandgap energy, and w is the electro-
negativity in the Mulliken analysis, and its value is obtained
as 5.087 eV for Cs2TeI6. Fig. 5 represents the position of the
VBM and CBM of Cs2TeI6 relative to the potential of the normal
hydrogen electrode (NHE) based on eqn (9) and (10). Theore-
tically, holes are created in the VB when the samples are
irradiated with energy equal to or greater than the band gap
energy of the semiconductor photocatalyst. Reduction and
oxidation reactions, respectively, can be triggered by the photo-
generated electrons and holes.

In order to achieve water splitting as a whole, the CBM needs
to have lower value than the reduction potential of H+ to H2,

assuming 0 eV vs. NHE at pH 0, and the VBM needs to have
larger value than the oxidation potential of H2O to O2. Both of
these conditions must be met for the CBM (1.23 eV vs. NHE).
Therefore, the minimum required photon energy of 1.23 eV is
required to drive the reaction. In the case of the PBE function,
the positive value of VBM potential (1.22 eV vs. NHE) signifies
that O2/H2O is not plausible owing to the thermodynamic
aspect, while the CBM potential value is �0.047 eV. On the
other hand, the other four functionals (i.e. PBEsol, PBE-mBj,
PBEsol-mBj) firmly confirm that reduction of H2 and evolution
of O2 are feasible in the Cs2TeI6 perovskite material. Thus, we
can say that the splitting of water by Cs2TeI6 perovskite is
thermodynamically auspicious, and it can be anticipated to be
an effective candidate in the field of photocatalysis.59

3.6. Optical properties

Herein, we have investigated the most essential optical para-
meters such as absorption coefficient, reflectivity, refractive
index, and dielectric function to justify the excellence of
Cs2TeI6 in solar cells and other optoelectronic applications.
These parameters are calculated and discussed here up to 14 eV
of photon energy to understand the optical behaviour in visible
light and high photon energy radiation. In the present investi-
gation, we have also considered different functionals for var-
ious optical parameters to show the material response in visible
and other energy regions and find suitable behaviour for solar
cell material and other optoelectronic applications. The absorp-
tion coefficient is basically characterized by the ability to detect
light penetration in the materials when a certain wavelength of
light is shone on the material surface, and the light penetrates
into the material until it is totally consumed.60 It is funda-
mental to demonstrate absorption behaviour as well as solar
energy communication capabilities.

For solar energy conversation capability, absorptive beha-
viour behaves as a significant parameter. The absorption
coefficient of Cs2TeI6 is represented in Fig. 6 as a function of
photon energy and wavelength. It is manifest from Fig. 6(a) that
the absorption peak of PBEsol shifted towards the lower photon
energy region as compared to the other functional. The change
in functional shows enhanced absorption and large peaks in
the visible region. A few notched-type peaks between 6 to 10 eV

Table 5 Mulliken bond overlap population of Cs2TeI6

Functional

Mulliken bond overlap population

Bond
Bond
number nm

Bond length,
dm (Å)

Bond overlap
population, pm

PBE Te–I 6 2.979 �0.47
I–I 12 4.213 �0.26
I–Cs 12 4.280 �0.26
Te–Cs 2 5.241 0.35
I–I 3 5.958 �0.39
Cs–Cs 1 6.052 0.37

PBEsol Te–I 6 2.956 �1.46
I–I 12 4.056 �0.35
I–Cs 12 4.118 �0.68
Te–Cs 2 5.044 0.97
I–I 3 5.736 �1.31
Cs–Cs 1 5.824 0.73

Fig. 4 Calculated bond length of Cs2TeI6.

Fig. 5 The position of the CBM and VBM of Cs2TeI6 with water redox
potential at pH = 0 for four functions.
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are observed in the absorption in the ultraviolet region, which
further indicates the large absorption.

However, the peak for PBEsol largely shifted towards the
visible region. Here, we also consider absorption as a function
of the wavelength of incident light to clearly understand
the absorptive behaviours in visible light. Consequently, we
observed from Fig. 6(b) that the overall contribution of the
PBEsol functional reveals significant absorption compared to
other functionals in the visible region. As a result, the enhanced
absorption of Cs2TeI6 in the visible, as well as high-energy
region, obviously represents the greater ability of light absorp-
tion under different functionals. Therefore, the double halide
perovskite Cs2TeI6 exhibits greater absorption and is hence
suitable for application in solar cells and other optoelectronic
devices.

The dielectric function is essential for understanding of
charge-carrier recombination rate and the static value at zero
energy in the real part of the dielectric functions is mainly
responsible in that case. The calculated dielectric function (real
part) is represented in Fig. 7(a), and a separate graph in
Fig. 7(b) reveals the static value, e1(0). The large static value
represents the lower charge-carrier recombination rate. As a
result, it increases the efficiency of the material and hence
increases the suitability to use it in optoelectronic applications.
It is manifest from Fig. 7(b) that the PBEsol functional shows a
large static value. Therefore, we conclude that the charge-
recombination rate under the PBEsol functional reduced more
than other functionals and this enhanced the efficiency of
Cs2TeI6 significantly. On the other hand, a material with a
large value of band gap shows a lower dielectric value.61 In the

Fig. 6 Calculated absorption coefficient of Cs2TeI6 as a function of (a) energy and (b) wavelength.

Fig. 7 The calculated dielectric functions (real parts): (a) as a function of energy and (b) static values at 0 eV. Imaginary part of the (c) dielectric functions
and (d) refractive index are also depicted.
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present calculation, the PBE and PBEsol functionals show lower
band gap values (as shown in Fig. 2) and accordingly reveal the
high dielectric value, which is crucial for optoelectronic perfor-
mance. The calculated imaginary part of the dielectric function
is recorded in Fig. 7(c). The imaginary part is related to
electronic band structure and is responsible for signifying the
absorption nature.62 Fig. 7 reveals the large peaks in the visible
region and hence increases the absorption in that region
(as shown in Fig. 6).

The calculated value of the refractive index by using differ-
ent functionals is represented in Fig. 8(a), and the obtained
results found a similar pattern to the real part of the dielectric
function. The recorded static values of the refractive index, n(0)
are 2.61, 2.35, 2.65, and 2.37 for the PBE, PBE-mBJ, PBEsol, and
PBEsol-mBJ functionals, respectively. The state values of GaAs
between 3.29 and 3.86,63,64 and 3.8865 for Si are considered
suitable values to use in photovoltaic applications. In the
present calculation, the static values for different functionals
approximately agree with the potential static value. Therefore,
we conclude that Cs2TeI6 reveals a suitable nature to use in
photovoltaic applications. On the other hand, we have found
that the present calculation follows the relation n(0)2 E e1(0),
which indicates the reliability of this investigation.66

Fig. 7(d) reveals the imaginary part of the refractive index,
which is also known as the extinction coefficient, k(o).
It indicates the absorption of light.40 Consequently, the extinc-
tion coefficient follows the imaginary part of the dielectric
function, e2(o) as it is responsible for the absorption coeffi-
cient. The extinction coefficient shows it’s initially very low
absorption and in the visible region peak values are starting,
which denotes favourable absorption in the visible and ultra-
violet region as well. The low absorption in the visible region is
mainly responsible for the transparent nature.66 The investi-
gated reflectivity spectra as a function of photon energy are
shown in Fig. 8(b). Reflectivity mainly determines the ability of
the material to reflect the incident light on the material surface.
It is manifest from Fig. 8(b) that the reflectivity in the visible
and UV regions reflects higher values than the IR region, but

these values are not considered high enough, and hence the
material shows high absorption (Fig. 6) in the visible and UV
region. As a result, the high absorptive and low reflectance
nature of Cs2TeI6 in the visible, as well as ultraviolet region
denotes the promising candidate for optoelectronic applica-
tions. The static dielectric constant (e1(0)) and refractive index
(n(0)) of Cs2TeI6 (e1(0) E 4.5–6.5, n(0) E 2.35–2.65) are compar-
able to other lead-free halide perovskites. For instance, Cs2Ag-
BiBr6 exhibits similar values (e1(0) E 5.2, n(0) E 2.4),22 while
Cs2SnI6 shows slightly higher dielectric response (e1(0) E 7.1)
due to its more covalent bonding character.29 The lower e1(0) of
Cs2TeI6 relative to Cs2SnI6 suggests weaker screening of charge
carriers, which may influence the exciton binding energies and
charge recombination rates. However, its optical constants
remain competitive with other vacancy-ordered double perovs-
kites like Cs2PdBr6 (n(0) E 2.3),26 underscoring its potential for
optoelectronic applications. These comparisons highlight the
role of structural vacancies and halide composition in tuning
the dielectric properties across this material class.

3.7. Conclusion

This study comprehensively investigated the lead-free double
halide perovskite Cs2TeI6 using density functional theory
(DFT) to evaluate its potential for clean and renewable energy
applications, particularly photocatalytic water splitting. The
mechanical properties confirmed the material’s stability and
ductility, supported by elastic constants, bulk modulus, and
Vickers hardness values. Electronic band structure analysis
revealed an indirect bandgap ranging from 1.268 to 2.058 eV,
suitable for visible-light absorption, while optical property
simulations demonstrated significant absorption in the visible
range. The calculated redox potentials indicated thermodyna-
mically favorable conditions for water splitting, highlighting
Cs2TeI6’s potential for hydrogen production.

Overall, Cs2TeI6 emerges as a promising, environmentally
friendly candidate for solar energy conversion and photocata-
lytic applications. Its favorable optoelectronic and mechanical
properties, combined with its lead-free composition, position it

Fig. 8 The simulated optical parameters of the double perovskite as a function of photon energy (eV). (a) Refractive index and (b) reflectivity.
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as a viable material for sustainable energy technologies. Further
experimental validation could advance its practical implementa-
tion in renewable energy systems.
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38 K. Kádas, et al., Example DFT/elasticity paper (adjust to your
system), Phys. Rev. B, 2009, 80, 035125, DOI: 10.1103/
PhysRevB.80.035125.

39 J. F. Nye, Theoretical background (finite-strain theory),
Physical Properties of Crystals, Oxford Univ. Press, 1985.

40 F. Birch, The Effect of Pressure Upon the Elastic Parameters
of Isotropic Solids, According to Murnaghan’s Theory of
Finite Strain, J. Appl. Phys., 1938, 9(4), 279–288, DOI:
10.1063/1.1710417.

41 S. J. Clark, M. D. Segall and C. J. Pickard, et al., First
principles methods using CASTEP, Z. Kristallogr. - Cryst.
Mater., 2005, 220(5–6), 567–570, DOI: 10.1524/zkri.220.5.
567.65075.

42 V. I. Sidey, O. V. Zubaka, I. P. Stercho and E. Y. Peresh, X-ray
Rietveld structure refinement and bond-valence analysis of
Cs2TeI6, Chem. Met. Alloys, 2010, 3(3/4), 108–114, DOI:
10.30970/cma3.0127.

43 M. Born, On the stability of crystal lattices. I, Math. Proc.
Cambridge Philos. Soc., 1940, 36(2), 160–172, DOI: 10.1017/
S0305004100017138.

44 R. Hill, The Elastic Behaviour of a Crystalline Aggregate,
Proc. Phys. Soc., London, Sect. A, 1952, 65(5), 349–354, DOI:
10.1088/0370-1298/65/5/307.

45 V. Kumar, A. K. Shrivastava and V. Jha, Bulk modulus and
microhardness of tetrahedral semiconductors, J. Phys.
Chem. Solids, 2010, 71(11), 1513–1520, DOI: 10.1016/
j.jpcs.2010.07.012.

46 H. Ozisik, E. Deligoz, G. Surucu and H. B. Ozisik, Aniso-
tropic elastic and vibrational properties of Ru2B3 and Os2B3:
a first-principles investigation, Mater. Res. Express, 2016,
3(7), 076501, DOI: 10.1088/2053-1591/3/7/076501.

47 M. N. H. Liton, M. Roknuzzaman and M. A. Helal, et al.,
Electronic, mechanical, optical and photocatalytic proper-
ties of perovskite RbSr2Nb3O10 compound, J. Alloys Compd.,
2021, 867, 159077, DOI: 10.1016/j.jallcom.2021.159077.

48 M. I. Kholil and M. T. H. Bhuiyan, Elastic, electronic,
vibrational and optical properties of filled skutterudite
compound SrRu4As12: Insights from DFT-based computer
simulation, Comput Condens. Matter., 2021, 26, e00519, DOI:
10.1016/j.cocom.2020.e00519.

49 Z. Sun, D. Music, R. Ahuja and J. M. Schneider, Theoretical
investigation of the bonding and elastic properties of nano-
layered ternary nitrides, Phys. Rev. B: Condens. Matter Mater.

Paper Materials Advances

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

6 
Ju

ne
 2

02
5.

 D
ow

nl
oa

de
d 

on
 2

/9
/2

02
6 

1:
10

:3
7 

PM
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n-
N

on
C

om
m

er
ci

al
 3

.0
 U

np
or

te
d 

L
ic

en
ce

.
View Article Online

https://doi.org/10.1021/jacs.7b02227
https://doi.org/10.1021/acs.chemmater.5b04231
https://doi.org/10.1039/C7TA04690A
https://doi.org/10.1039/C7TA04690A
https://doi.org/10.1016/j.spmi.2020.106652
https://doi.org/10.1002/adfm.201801131
https://doi.org/10.1021/jacs.6b13258
https://doi.org/10.1021/acs.jpclett.1c01128
https://doi.org/10.1021/acs.chemmater.0c02150
https://doi.org/10.1021/jacs.6b03207
https://doi.org/10.1039/D0RA07586H
https://doi.org/10.1016/0010-4655(90)90187-6
https://doi.org/10.1103/PhysRevB.64.&QJ;195134
https://doi.org/10.1103/PhysRevB.64.&QJ;195134
https://doi.org/10.1103/PhysRev.&QJ;136.B864
https://doi.org/10.1103/PhysRev.&QJ;136.B864
https://doi.org/10.4236/msa.&QJ;2016.79047
https://doi.org/10.4236/msa.&QJ;2016.79047
https://doi.org/10.1103/PhysRevLett.102.226401
https://doi.org/10.1016/j.cpc.2014.02.012
https://doi.org/10.1103/PhysRevB.80.035125
https://doi.org/10.1103/PhysRevB.80.035125
https://doi.org/10.1063/1.1710417
https://doi.org/10.1524/zkri.220.5.&QJ;567.65075
https://doi.org/10.1524/zkri.220.5.&QJ;567.65075
https://doi.org/10.30970/cma3.0127
https://doi.org/10.1017/S0305004100017138
https://doi.org/10.1017/S0305004100017138
https://doi.org/10.1088/0370-1298/65/5/307
https://doi.org/10.1016/j.jpcs.2010.07.012
https://doi.org/10.1016/j.jpcs.2010.07.012
https://doi.org/10.1088/2053-1591/3/7/076501
https://doi.org/10.1016/j.jallcom.2021.159077
https://doi.org/10.1016/j.cocom.2020.e00519
http://creativecommons.org/licenses/by-nc/3.0/
http://creativecommons.org/licenses/by-nc/3.0/
https://doi.org/10.1039/d5ma00043b


© 2025 The Author(s). Published by the Royal Society of Chemistry Mater. Adv., 2025, 6, 5221–5231 |  5231

Phys., 2005, 71(19), 193402, DOI: 10.1103/PhysRevB.71.
193402.

50 M. Faizan, K. C. Bhamu, S. H. Khan, G. Murtaza and X. He,
Computational Study of Defect variant Perovskites A2BX6 for
Photovoltaic Applications, arXiv, Published online February
18, 2020, preprint, arXiv.2002.07543, DOI: 10.48550/arXiv.
2002.07543.

51 I. Barchiy, O. Zubaka and E. Peresh, et al., Reciprocal K2TeI6

+ Rb2TeBr6 2 K2TeBr6 + Rb2TeI6 system: phase relations,
crystal and electronic structures, Chem. Met. Alloys, 2020,
13(1/2), 14–22, DOI: 10.30970/cma13.0400.

52 M. I. Kholil and M. T. H. Bhuiyan, Electronic, elastic,
vibrational and superconducting properties of a ternary
superconductors LaIrP (P = P, As): Insights from DFT, Solid
State Commun., 2020, 322, 114053, DOI: 10.1016/j.ssc.
2020.114053.

53 S. F. Pugh, XCII. Relations between the elastic moduli and
the plastic properties of polycrystalline pure metals, London,
Edinburgh Dublin Philos. Mag. J. Sci., 1954, 45(367), 823–843,
DOI: 10.1080/14786440808520496.

54 J. Joy, D. Danovich, M. Kaupp and S. Shaik, Covalent vs
Charge-Shift Nature of the Metal–Metal Bond in Transition
Metal Complexes: A Unified Understanding, J. Am. Chem. Soc.,
2020, 142(28), 12277–12287, DOI: 10.1021/jacs.0c03957.

55 X. Q. Chen, H. Niu, D. Li and Y. Li, Modeling hardness of
polycrystalline materials and bulk metallic glasses, Interme-
tallics, 2011, 19(9), 1275–1281, DOI: 10.1016/j.intermet.
2011.03.026.

56 T. Ibn-Mohammed, S. C. L. Koh and I. M. Reaney, et al., Are
lead-free piezoelectrics more environmentally friendly?,
MRS Commun., 2017, 7(1), 1–7, DOI: 10.1557/mrc.2017.10.

57 J. S. Blakemore, Semiconducting and other major properties
of gallium arsenide, J. Appl. Phys., 1982, 53(10), R123–R181,
DOI: 10.1063/1.331665.

58 A. M. M. T. Karim, M. Jubair, M. Nuruzzaman and M. A. K.
Zilani, An ab initio Study on the Mechanical Stability,

Spin-Dependent Electronic Properties, Molecular Orbital
Predictions, and Optical Features of Antiperovskite A3InN
(A = Co, Ni), ACS Omega, 2022, 7(16), 13588–13603, DOI:
10.1021/acsomega.1c07039.

59 X. Chen, S. Shen, L. Guo and S. S. Mao, Semiconductor-
based Photocatalytic Hydrogen Generation, Chem. Rev.,
2010, 110(11), 6503–6570, DOI: 10.1021/cr1001645.

60 M. Roknuzzaman, M. A. Hadi and M. J. Abden, et al.,
Physical properties of predicted Ti2CdN versus existing
Ti2CdC MAX phase: An ab initio study, Comput. Mater.
Sci., 2016, 113, 148–153, DOI: 10.1016/j.commatsci.
2015.11.039.

61 M. I. Kholil and M. T. Hossen Bhuiyan, Effects of Cr- and
Mn-alloying on the band gap tuning, and optical and
electronic properties of lead-free CsSnBr3 perovskites
for optoelectronic applications, RSC Adv., 2020, 10(71),
43660–43669, DOI: 10.1039/D0RA09270C.

62 M. Ullah, R. Neffati, G. Murtaza, S. Khan, M. Haneef and
M. W. Ashraf, Pressure induced variations in the optoelec-
tronic response of ASnX3 (A = K, Rb; X = Cl, Br, I) perovs-
kites: A first principles study, Mater. Sci. Semicond. Process.,
2022, 150, 106977, DOI: 10.1016/j.mssp.2022.106977.

63 J. S. Blakemore, Semiconducting and other major properties
of gallium arsenide, J. Appl. Phys., 1982, 53(10), R123–R181,
DOI: 10.1063/1.331665.

64 J. B. Theeten, D. E. Aspnes and R. P. H. Chang, A new
resonant ellipsometric technique for characterizing the
interface between GaAs and its plasma-grown oxide, J. Appl.
Phys., 1978, 49(12), 6097–6102, DOI: 10.1063/1.324529.

65 H. H. Li, Refractive index of alkaline earth halides and its
wavelength and temperature derivatives, J. Phys. Chem. Ref.
Data, 1980, 9(1), 161–290, DOI: 10.1063/1.555616.

66 H. Joshi, D. P. Rai, L. Hnamte, A. Laref and R. K. Thapa,
A theoretical analysis of elastic and optical properties of half
Heusler MCoSb (M = Ti, Zr and Hf), Heliyon, 2019, 5(3),
e01155, DOI: 10.1016/j.heliyon.2019.e01155.

Materials Advances Paper

O
pe

n 
A

cc
es

s 
A

rt
ic

le
. P

ub
lis

he
d 

on
 1

6 
Ju

ne
 2

02
5.

 D
ow

nl
oa

de
d 

on
 2

/9
/2

02
6 

1:
10

:3
7 

PM
. 

 T
hi

s 
ar

tic
le

 is
 li

ce
ns

ed
 u

nd
er

 a
 C

re
at

iv
e 

C
om

m
on

s 
A

ttr
ib

ut
io

n-
N

on
C

om
m

er
ci

al
 3

.0
 U

np
or

te
d 

L
ic

en
ce

.
View Article Online

https://doi.org/10.1103/PhysRevB.71.&QJ;193402
https://doi.org/10.1103/PhysRevB.71.&QJ;193402
https://doi.org/10.48550/arXiv.&QJ;2002.07543
https://doi.org/10.48550/arXiv.&QJ;2002.07543
https://doi.org/10.30970/cma13.0400
https://doi.org/10.1016/j.ssc.&QJ;2020.114053
https://doi.org/10.1016/j.ssc.&QJ;2020.114053
https://doi.org/10.1080/14786440808520496
https://doi.org/10.1021/jacs.0c03957
https://doi.org/10.1016/j.intermet.&QJ;2011.03.026
https://doi.org/10.1016/j.intermet.&QJ;2011.03.026
https://doi.org/10.1557/mrc.2017.10
https://doi.org/10.1063/1.331665
https://doi.org/10.1021/acsomega.1c07039
https://doi.org/10.1021/cr1001645
https://doi.org/10.1016/j.commatsci.&QJ;2015.11.039
https://doi.org/10.1016/j.commatsci.&QJ;2015.11.039
https://doi.org/10.1039/D0RA09270C
https://doi.org/10.1016/j.mssp.2022.106977
https://doi.org/10.1063/1.331665
https://doi.org/10.1063/1.324529
https://doi.org/10.1063/1.555616
https://doi.org/10.1016/j.heliyon.2019.e01155
http://creativecommons.org/licenses/by-nc/3.0/
http://creativecommons.org/licenses/by-nc/3.0/
https://doi.org/10.1039/d5ma00043b



