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Optoelectronic and transport properties of Rb/ <scp> Cs <sub>2</sub> TeI <sub>6</sub> </scp>
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20 Anionic variations for BaMg2X2 (Xâ€‰=â€‰N to Bi) compounds by density functional theory. European
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A theoretical study of the structural, thermoelectric, and spinâ€•orbit coupling influenced
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48 Smartphone Motion Sensor-Based Complex Human Activity Identification Using Deep Stacked
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XPdF<sub>3</sub> (X = Rb, Tl) perovskites through density functional theory. Physica Scripta, 2020, 95,
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of ternary alloys NaInY2 (Y = S,Â SeÂ andÂ Te) through modified Beckeâ€“Johnson exchange potential.
International Journal of Modern Physics B, 2020, 34, 2050133.

1.0 7

53
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First-principles calculations of electronic and magnetic properties of
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Electronic and magnetic properties of alkali metal chlorides A<sub>2</sub>MCl<sub>6</sub> (A = K,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 147 Td (Rb, Cs; M = Mn, Mo): A density functional theory study. International Journal of Modern Physics B,

2019, 33, 1950072.
1.0 14

71 First principles investigation of Be3X2 (Xâ€¯=â€¯N, P, As) and their alloys for solar cell applications. Journal
of Alloys and Compounds, 2019, 795, 385-390. 2.8 5

72 First principles calculations for structural, elastic, mechanical, electronic and optical properties of
CsYbCl<sub>3</sub>. Materials Research Express, 2019, 6, 065905. 0.8 23



6

Ghulam Murtaza

# Article IF Citations

73
Investigation of the structural, electrical, optical and magnetic properties of
XMg<sub>4</sub>Mn<sub>6</sub>O<sub>15</sub> (X = K, Rb, and Cs) compounds. Materials Research
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84 Ab Initio Investigation of the Structural, Electronic and Optical Properties of the Li2In2XY6 (XÂ =Â Si, Ge;) Tj ET
Q

q
0 0 0 rg
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124 First principles study of structural, optoelectronic and thermoelectric properties of Cu2CdSnX4 (X =) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 142 Td (S, Se, Te) chalcogenides. Materials Research Bulletin, 2016, 79, 73-83.2.7 22

125 First principle study of vanadium doped ZnS: Structural, electronic, elastic, magnetic and optical
properties using mBJ approximation. Current Applied Physics, 2016, 16, 361-370. 1.1 36

126 Elastic and electro-optical properties of XYZ (XÂ =Â Li, Na and K; YÂ =Â Mg; ZÂ =Â N, P, As, Sb and Bi) compounds.
Indian Journal of Physics, 2016, 90, 639-647. 0.9 22
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127 Elastic, Electronic, Optical and Thermal Properties of Na2Po: An Ab Initio Study. Journal of Electronic
Materials, 2016, 45, 435-443. 1.0 1

128
Ab Initio Study of the Structural, Electronic, and Thermal Properties of $$hbox
{BaS}_{{1-{{x}}}}hbox {Te}_{{x}}$$ BaS 1 - x Te x Alloy. International Journal of Thermophysics, 2015,
36, 1640-1653.

1.0 4

129 Half-metallic ferromagnetism in Be1âˆ’x V x Te alloys: an Ab-initio study. Indian Journal of Physics, 2015,
89, 1251-1263. 0.9 24

130 Structural, mechanical and electronic properties of sodium based fluoroperovskites NaXF3 (X=Mg,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 622 Td (Zn) from first-principle calculations. Materials Science in Semiconductor Processing, 2015, 33, 127-135.1.9 79

131 Aerosol assisted chemical vapor deposition of Sb2S3 thin films: Environmentally benign solar energy
material. Materials Science in Semiconductor Processing, 2015, 40, 643-649. 1.9 24

132 GGA+U study on phase transition, optoelectronic and magnetic properties of AmO2 with spinâ€“orbit
coupling. Journal of Magnetism and Magnetic Materials, 2015, 396, 190-197. 1.0 4

133 Structural, Chemical Bonding, Electronic and Magnetic Properties of XY3(X = Al, Ga and Y = V, Nb, Cr,) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 502 Td (Mo) Compounds. Acta Physica Polonica A, 2015, 127, 770-779.0.2 4

134 First principles study of Mg2X (X=Si, Ge, Sn, Pb): Elastic, optoelectronic and thermoelectric properties.
Materials Science in Semiconductor Processing, 2015, 40, 429-435. 1.9 32

135 Structural, Elastic, Electronic Optical and Thermodynamic Properties of $$hbox {ZnAl}_{2}hbox
{S}_{4}$$ ZnAl 2 S 4. International Journal of Thermophysics, 2015, 36, 2940-2952. 1.0 4

136 Structural, elastic, electronic, bonding, and optical properties of BeAZ2 (AÂ =Â Si, Ge, Sn; ZÂ =Â P, As)
chalcopyrites. Journal of Alloys and Compounds, 2015, 646, 211-222. 2.8 35

137 Detailed DFT studies of the electronic structure and optical properties of KBaMSe3 (M = As, Sb).
Journal of Alloys and Compounds, 2015, 644, 91-96. 2.8 13

138 First principles study of Cu based Delafossite Transparent Conducting Oxides CuXO2 (X=Al, Ga, In, B,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 302 Td (La, Sc, Y). Materials Science in Semiconductor Processing, 2015, 38, 57-66.1.9 28

139 Mechanical, electronic and magnetic properties of Sm-based perovskite-type oxides SmMO3 (MÂ =Â V, Fe) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 262 Td (and Co): an ab initio study. Indian Journal of Physics, 2015, 89, 1133-1142.0.9 12

140
Structural, mechanical, electronic and magnetic properties of a new series of quaternary Heusler
alloys CoFeMnZ (Z=Si, As, Sb): A first-principle study. Journal of Magnetism and Magnetic Materials,
2015, 393, 165-174.

1.0 109

141

AACVD of Cu<sub>2âˆ’x</sub>S, In<sub>2</sub>S<sub>3</sub> and CuInS<sub>2</sub> thin films from
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[In(<sup>i</sup>Bu<sub>2</sub>PS<sub>2</sub>)<sub>3</sub>] as single source precursors. New
Journal of Chemistry, 2015, 39, 4047-4054.

1.4 12

142 Ab Initio Investigation of the Structural, Electronic and Optical Properties of Cubic GaAs1âˆ’x P x
Ternary Alloys Under Hydrostatic Pressure. Journal of Electronic Materials, 2015, 44, 4684-4699. 1.0 13

143 Mechanical, electronic and thermodynamic properties of full Heusler compounds
Fe<sub>2</sub>VX(<i>X</i> = Al, Ga). International Journal of Modern Physics B, 2015, 29, 1550229. 1.0 20

144 Optoelectronic and Magnetic Properties of Eu<sub>2</sub>Si<sub>5</sub>N<sub>8</sub>: An Ab-initio
Study. Zeitschrift Fur Naturforschung - Section A Journal of Physical Sciences, 2015, 70, 897-904. 0.7 0



10

Ghulam Murtaza

# Article IF Citations

145 Magnetic ordering and electronic structure of the ternary iron arsenide BaFe2As2. International
Journal of Modern Physics B, 2015, 29, 1550182. 1.0 0

146
Optoelectronic properties of XIn2S4 (X = Cd, Mg) thiospinels through highly accurate all-electron
FP-LAPW method coupled with modified approximations. Journal of Alloys and Compounds, 2015, 625,
182-187.

2.8 23

147 Structural phase transition and opto-electronic properties of NaZnAs. Journal of Alloys and
Compounds, 2015, 622, 812-818. 2.8 1

148 Structural, elastic, electronic, magnetic and optical properties of RbSrX(C, SI, Ge) half-Heusler
compounds. Journal of Magnetism and Magnetic Materials, 2015, 377, 204-210. 1.0 71

149 First principles study of structural, optical, and electronic properties of zinc mercury chalcogenides.
Materials Science in Semiconductor Processing, 2015, 30, 462-468. 1.9 33

150 Spin-polarized structural, elastic, electronic and magnetic properties of half-metallic ferromagnetism
in V-doped ZnSe. Journal of Magnetism and Magnetic Materials, 2015, 374, 50-60. 1.0 29

151 Structural, elastic, thermal and electronic properties of M2X (MÂ =Â Sr, Ba and XÂ =Â Si, Ge, Sn) compounds
in anti-fluorite structure: first principle calculations. Indian Journal of Physics, 2015, 89, 369-375. 0.9 10

152 Ab Initio Study of the Mechanical, Thermal and Optoelectronic Properties of the Cubic
CsBaF<sub>3</sub>. Acta Physica Polonica A, 2015, 128, 34-42. 0.2 35

153
Investigations of the half-metallic behavior and the magnetic and thermodynamic properties of
half-Heusler CoMnTe and RuMnTe compounds: A first-principles study. Chinese Physics B, 2014, 23,
087103.

0.7 28

154 Structural, chemical bonding and optoelectronic properties of Mg doped zinc chalcogenides: A first
principles study. Materials Science in Semiconductor Processing, 2014, 26, 681-689. 1.9 32

155 INSULATOR TO METAL TRANSITION AND OPTICAL RESPONSE OF CsCl UNDER PRESSURE. International
Journal of Modern Physics B, 2014, 28, 1450047. 1.0 5

156 Structural, electronic, optical and thermodynamic properties of cubic REGa3 (RE=Sc or Lu)
compounds: Ab initio study. Journal of Alloys and Compounds, 2014, 597, 36-44. 2.8 57

157 First principle study of MF2 (M=Mg, Ca, Sr, Ba, Ra) compounds. Computational Materials Science, 2014,
81, 575-581. 1.4 10

158 Towards from indirect to direct band gap and optical properties of XYP2 (X=Zn, Cd; Y=Si, Ge, Sn).
Physica B: Condensed Matter, 2014, 441, 94-99. 1.3 14

159 Phase transition, electronic and optical properties of mercury chalcogenides under pressure. Phase
Transitions, 2014, 87, 571-581. 0.6 23

160 Electronic, optical and bonding properties of MgYZ2 (Y=Si, Ge; Z=N, P) chalcopyrites from first
principles. Materials Science in Semiconductor Processing, 2014, 26, 79-86. 1.9 34

161 Shift of band gap from indirect to direct and optical response of CaO by doping S, Se, Te.
Computational Materials Science, 2014, 91, 43-49. 1.4 22

162 Phase transition, electronic and optical properties of III-Sb compounds under pressure. Phase
Transitions, 2014, 87, 893-906. 0.6 8
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163 Structural, electronic and optical properties of AgXY 2 (X = Al, Ga, In and Y = S, Se, Te). Journal of
Alloys and Compounds, 2014, 617, 575-583. 2.8 37

164 Structural, electronic, and optical properties of orthorhombic and triclinic BiNbO4 determined via
DFT calculations. Journal of Materials Science, 2014, 49, 7809-7818. 1.7 12

165 Structural phase transition, mechanical and optoelectronic properties of the tetragonal NaZnP:
Ab-initio study. Computational Materials Science, 2014, 84, 396-403. 1.4 14

166 The effects of 5f localization on the electronic and magnetic properties of the hexagonal U3ZrSb5.
Journal of Alloys and Compounds, 2014, 586, 529-535. 2.8 4

167 Ab initio study of the structural and optoelectronic properties of the half-Heusler CoCrZ (Z = Al, Ga).
Canadian Journal of Physics, 2014, 92, 1105-1112. 0.4 60

168 Structural, elastic, electronic and chemical bonding properties of AB (A=Sc,Y,La;B=N,P,As,Sb,Bi) from
first principles. Computational Materials Science, 2013, 79, 239-246. 1.4 32

169 Electronic Band Structure and Optical Response of Spinel SnX 2 O 4 (X = Mg, Zn) through Modified
Beckeâ€”Johnson Potential. Chinese Physics Letters, 2013, 30, 047401. 1.3 13

170 Elastic, optoelectronic, and thermal properties of cubic CSi2N4: an ab initio study. Journal of
Materials Science, 2013, 48, 8235-8243. 1.7 24

171 Electronic and Optical Properties of Spinel GeMg <sub>2</sub> O <sub>4</sub> and GeCd
<sub>2</sub> O <sub>4</sub>. Chinese Physics Letters, 2013, 30, 127401. 1.3 4

172 Elastic and optoelectronic properties of RbMF3 (M=Zn, Cd, Hg): A mBJ density functional calculation.
Physica B: Condensed Matter, 2013, 410, 131-136. 1.3 41

173 SHIFT OF BAND GAP FROM DIRECT TO INDIRECT AND OPTICAL RESPONSE OF <font>LiF</font> UNDER
PRESSURE. Modern Physics Letters B, 2013, 27, 1350061. 1.0 16

174
ELECTRONIC BAND STRUCTURE, OPTICAL, THERMAL AND BONDING PROPERTIES OF
X<font>Mg</font><sub>2</sub><font>O</font><sub>4</sub>(X = <font>Si</font>, <font>Ge</font>)
SPINEL COMPOUNDS. International Journal of Modern Physics B, 2013, 27, 1350082.

1.0 9

175 Electronic Band Profile and Optical Response of Spinel MgIn 2 O 4 through Modified Beckeâ€”Johnson
Potential. Chinese Physics Letters, 2013, 30, 067401. 1.3 8

176

STRUCTURAL, ELASTIC, ELECTRONIC, CHEMICAL BONDING AND OPTICAL PROPERTIES OF
<font>M</font><sub>2</sub><font>Se</font> (<font>M</font> = <font>Li</font>, <font>Na</font>,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 222 Td (<font>K</font>, <font>Rb</font>) THROUGH FIRST PRINCIPLE STUDY. International Journal of Modern

Physics B, 2013, 27, 1350170.

1.0 8

177 Physical Properties of CsSnM<sub>3</sub>(M = Cl, Br, I): A First Principle Study. Acta Physica Polonica
A, 2013, 124, 102-107. 0.2 72

178 Structural, electronic and optical properties of CaxCd1âˆ’xO and its conversion from semimetal to
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179 Shift of indirect to direct bandgap and optical response of LaAlO3 under pressure. Journal of Applied
Physics, 2012, 111, . 1.1 48

180 Structural and Optoelectronic Properties of Cubic CsPbF <sub>3</sub> for Novel Applications.
Chinese Physics Letters, 2011, 28, 117803. 1.3 45
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Matter, 2011, 406, 2632-2636. 1.3 25
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184 Investigation of structural and optoelectronic properties of BaThO3. Optical Materials, 2011, 33,
553-557. 1.7 124

185 Bandgap engineering of Cd1âˆ’xSrxO. Physica B: Condensed Matter, 2011, 406, 2509-2514. 1.3 33


