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140
Syntheses, characterizations, crystal structures and efficient NLO applications of new organic
compounds bearing 2-methoxy-4-nitrobenzeneamine moiety and copper (II) complex of (E)-N'-(3,) Tj ET
Q

q
0 0 0 rg
BT /Overlock 10 Tf 50 217 Td (5-dichloro-2-hydroxybenzylidene) benzohydrazide. Journal of Molecular Structure, 2019, 1190, 54-67.3.6 36

141 Synthesis, Thermal, Structural Analyses, and Photoluminescent Properties of a New Family of
Malonate-Containing Lanthanide(III) Coordination Polymers. Frontiers in Chemistry, 2019, 7, 260. 3.6 10

142
Exploring the Effect of Electron Withdrawing Groups on Optoelectronic Properties of Pyrazole
Derivatives as Efficient Donor and Acceptor Materials for Photovoltaic Devices. Zeitschrift Fur
Physikalische Chemie, 2019, 233, 1625-1644.

2.8 16

143 Effect of S and Se replacement on electronic and thermoelectric features of BaCu2GeQ4 (QÂ = S, Se)
chalcogenide crystals. Journal of Alloys and Compounds, 2019, 790, 666-674. 5.5 21

144 Exploring the functional properties of Trimethoxy-Phenylpyridine as efficient optical and nonlinear
optical material: A quantum chemical approach. Journal of Molecular Structure, 2019, 1185, 268-275. 3.6 3
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145 A computational approach to study the optoelectronic properties of <i>F</i>-BODIPY derivatives at the
bulk level for photovoltaic applications. Materials Research Express, 2019, 6, 125110. 1.6 2

146
Synthesis, Crystal Structures and Photoluminescent Properties of One-Dimensional Europium(III)- and
Terbium(III)-Glutarate Coordination Polymers, and Their Applications for the Sensing of Fe3+ and
Nitroaromatics. Frontiers in Chemistry, 2019, 7, 728.

3.6 13

147
A dual approach to study the key features of nickel (II) and copper (II) coordination complexes:
Synthesis, crystal structure, optical and nonlinear properties. Inorganica Chimica Acta, 2019, 484,
148-159.

2.4 39

148 Doping induced effect on optical and band structure properties of Sr2Si5N8 based phosphors: DFT
approach. Journal of Alloys and Compounds, 2019, 771, 1072-1079. 5.5 14

149 A systematic study of the effects of thionation in naphthalene dimide derivatives to tune their
nonlinear optical properties. Journal of Molecular Graphics and Modelling, 2019, 87, 68-75. 2.4 13

150 Elastic and optoelectronic properties of CaTa2O6 compounds: Cubic and orthorhombic phases.
Journal of Alloys and Compounds, 2019, 785, 232-239. 5.5 31

151 Exploring the effect of halogens on semiconducting nature of boron doped molecular precursor
graphene nanoribbons at molecular and bulk level. Optik, 2019, 179, 526-534. 2.9 15

152 Structural, electronic and optical properties of furan based materials at bulk level for photovoltaic
applications: A first-principles study. Computational and Theoretical Chemistry, 2019, 1147, 20-28. 2.5 7

153
Shedding light on molecular structure, spectroscopic, nonlinear optical and dielectric properties of
bis(thiourea) silver(I) nitrate single crystal: A dual approach. Arabian Journal of Chemistry, 2019, 12,
4612-4626.

4.9 21

154 Design, characterization and nonlinear optical properties of coumarin appended chalcones: Use of a
dual approach. Optik, 2018, 164, 5-15. 2.9 43

155 The substitution effect of heterocyclic rings to tune the optical and nonlinear optical properties of
hybrid chalcones: A comparative study. Journal of Molecular Graphics and Modelling, 2018, 81, 25-31. 2.4 42

156
A comparative study of key properties of glycine glycinium picrate (GGP) and glycinium picrate (GP): A
combined experimental and quantum chemical approach. Journal of Saudi Chemical Society, 2018, 22,
352-362.

5.2 33

157
The structural, electro-optical, charge transport and nonlinear optical properties of oxazole (4 Z) Tj ET
Q

q
1 1 0.784314 rg
BT /Overlock 10 Tf 50 267 Td ()-4-Benzylidene-2-(4-methylphenyl)-1,3-oxazol-5(4 H )-one derivative. Journal of King Saud University -

Science, 2018, 30, 75-82.
3.5 20

158
How methoxy groups change nature of the thiophene based heterocyclic chalcones from p-channel to
ambipolar transport semiconducting materials. Journal of King Saud University - Science, 2018, 30,
458-465.

3.5 7

159 Key optoelectronic properties of Diiodo-bis(carbamide)-zinc(II): An experimental and computational
investigation. Journal of Molecular Structure, 2018, 1156, 146-155. 3.6 4

160 Designing Threeâ€•dimensional (3D) Nonâ€•Fullerene Small Molecule Acceptors with Efficient Photovoltaic
Parameters. ChemistrySelect, 2018, 3, 12797-12804. 1.5 119

161
Tuning the optoelectronic and charge transport properties of
2,5-di(pyrimidin-5-yl)thieno[3,2-b]thiophene by oligocene end cores substitution. Results in Physics,
2018, 11, 599-604.

4.1 15

162
Quantum chemical design of triple hybrid organic, inorganic and organometallic materials: An
efficient two-dimensional second-order nonlinear optical material. Materials Chemistry and Physics,
2018, 220, 286-292.
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163 Synthesis, characterisation, optical and nonlinear optical properties of thiazole and benzothiazole
derivatives: a dual approach. Molecular Simulation, 2018, 44, 1191-1199. 2.0 62

164 Effect of Coulomb interactions on optoelectronic and magnetic properties of novel A2V2O7 (A= Fe) Tj ET
Q

q
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BT /Overlock 10 Tf 50 702 Td (and Co) compounds. Journal of Alloys and Compounds, 2018, 766, 536-545.5.5 17

165
Structural, Electronic and Nonlinear Optical Properties of Novel Derivatives of
9,12-Diiodo-1,2-dicarba-<i>closo</i>-dodecaborane: Density Functional Theory Approach. Zeitschrift
Fur Naturforschung - Section A Journal of Physical Sciences, 2018, 73, 1037-1045.

1.5 6

166
Theoretical Study on Openâ€•Shell Singlet Character and Second Hyperpolarizabilities in Cofacial
Ï€â€•Stacked Dimers Composed of Weak Openâ€•Shell Antiaromatic Porphyrins. ChemPhysChem, 2018, 19,
2863-2871.

2.1 8

167 Specific features of structural, electronic, optical and elastic properties of the cubic calcium
pyroniobate Ca2Nb2O7 crystals. Physica B: Condensed Matter, 2018, 545, 69-75. 2.7 10

168 Exploring the novel donor-nanotube archetype as an efficient third-order nonlinear optical material:
asymmetric open-shell carbon nanotubes. Nanoscale, 2018, 10, 16499-16507. 5.6 37

169
Stimulating intra- and intermolecular charge transfer and nonlinear optical response for
biphenalenyl biradicaloid dimer under an external electric field. Physical Chemistry Chemical Physics,
2018, 20, 18699-18706.
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170
Exploring the potential of boron-doped nanographene as efficient charge transport and nonlinear
optical material: A first-principles study. Journal of Molecular Graphics and Modelling, 2017, 75,
209-219.

2.4 29

171 Computational study of structural, optoelectronic and nonlinear optical properties of dynamic
solid-state chalcone derivatives. Journal of Molecular Graphics and Modelling, 2017, 75, 355-364. 2.4 16

172 First principles study of the n-channel thiophene based heterocyclic chalcones. Optik, 2017, 138,
349-358. 2.9 34

173 Electro-optical, nonlinear and charge transfer properties of naphthalene based compounds: A dual
approach study. Optik, 2017, 132, 101-110. 2.9 59

174 First principles study for the key electronic, optical and nonlinear optical properties of novel
donor-acceptor chalcones. Journal of Molecular Graphics and Modelling, 2017, 72, 58-69. 2.4 94

175 Tuning of optoelectronic and charge transport properties in star shaped
anthracenothiophene-pyrimidine derivatives as multifunctional materials. Optik, 2017, 149, 321-331. 2.9 25

176 A comparative analysis of the optical and nonlinear optical properties of cross-shaped chromophores:
Quantum chemical approach. Optik, 2017, 147, 439-445. 2.9 19

177 First-principles study of nitrogen-doped nanographene as an efficient charge transport and nonlinear
optical material. RSC Advances, 2017, 7, 36632-36643. 3.6 25

178 Exploring the charge transfer nature and electro-optical properties of anthracene based sensitizers
@TiO 2 cluster. Journal of the Taiwan Institute of Chemical Engineers, 2017, 80, 239-246. 5.3 16

179 Exploring the possible existence of oxygen-bridged planarized 4-aminopyridine: promising structure,
charge transport and nonlinear optical properties. Journal of Materials Chemistry C, 2017, 5, 7102-7109. 5.5 18

180 Tuning the pushâ€“pull configuration for efficient second-order nonlinear optical properties in some
chalcone derivatives. Journal of Molecular Graphics and Modelling, 2016, 68, 95-105. 2.4 77
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181 Optoelectronic properties of naphtho[2, 1-b:6, 5-bâ€²]difuran derivatives for photovoltaic application: a
computational study. Journal of Molecular Modeling, 2016, 22, 248. 1.8 24

182 The structural, electro-optical, charge transport and nonlinear optical properties of
2-[(3,5-dimethyl-1-phenyl-1H-pyrazol-4-yl)methylidene]indan-1,3-dione. Optik, 2016, 127, 10148-10157. 2.9 31

183 Role of a singlet diradical character in carbon nanomaterials: a novel hot spot for efficient
nonlinear optical materials. Nanoscale, 2016, 8, 17998-18020. 5.6 83

184 A first-principles study of the linear and nonlinear optical properties of isoxazole derivatives. Journal
of Theoretical and Computational Chemistry, 2016, 15, 1650060. 1.8 3

185 The electro-optical and charge transport study of imidazolidin derivative: Quantum chemical
investigations. Journal of Saudi Chemical Society, 2016, 20, 680-685. 5.2 17

186
Investigating the effect of acene-fusion and trifluoroacetyl substitution on the electronic and
charge transport properties by density functional theory. Journal of Saudi Chemical Society, 2016, 20,
336-342.

5.2 18

187
Facile synthesis of lead iodide nanostructures by microwave irradiation technique and their
structural, morphological, photoluminescence and dielectric studies. Journal of Molecular
Structure, 2016, 1110, 83-90.

3.6 44

188 Molecular structure, vibrational, optical, molecular first order hyperpolarizability analysis of
{Dibromobis(l-proline)zinc(II)}: A novel nonlinear optical material. Optik, 2016, 127, 2852-2860. 2.9 5

189 The impact of position and number of methoxy group(s) to tune the nonlinear optical properties of
chalcone derivatives: a dual substitution strategy. Journal of Molecular Modeling, 2016, 22, 73. 1.8 39

190 Second-order nonlinear optical properties of dithienophenazine and TTF derivatives: A butterfly effect
of dimalononitrile substitutions. Journal of Molecular Graphics and Modelling, 2015, 59, 14-20. 2.4 47

191
Experimental and density functional theory (DFT): A dual approach to study the various important
properties of monohydrated l-proline cadmium chloride for nonlinear optical applications.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015, 143, 128-135.

3.9 41

192 Diradical character and nonlinear optical properties of buckyferrocenes: focusing on the use of
suitably modified fullerene fragments. Physical Chemistry Chemical Physics, 2015, 17, 5805-5816. 2.8 20

193

First principal studies of spectroscopic (IR and Raman, UVâ€“visible), molecular structure, linear and
nonlinear optical properties of l-arginine p-nitrobenzoate monohydrate (LANB): A new
non-centrosymmetric material. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2015, 147, 84-92.

3.9 41

194
Combined experimental and computational insights into the key features of <scp>l</scp>-alanine
<scp>l</scp>-alaninium picrate monohydrate: growth, structural, electronic and nonlinear optical
properties. RSC Advances, 2015, 5, 53988-54002.

3.6 29
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Effect of donor strength of extended alkyl auxiliary groups on optoelectronic and charge transport
properties of novel naphtha[2,1-b:6,5-bâ€²]difuran derivatives: simple yet effective strategy. Journal of
Molecular Modeling, 2015, 21, 199.
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196
Electro-optical and charge injection investigations of the donor-Ï€-acceptor triphenylamine,
oligoceneâ€“thiopheneâ€“pyrimidine and cyanoacetic acid based multifunctional dyes. Journal of King
Saud University - Science, 2015, 27, 361-368.
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197
Quantum chemical investigation of spectroscopic studies and hydrogen bonding interactions
between water and methoxybenzeylidene-based humidity sensor. Journal of Theoretical and
Computational Chemistry, 2015, 14, 1550029.

1.8 16

198
In-depth quantum chemical investigation of electro-optical and charge-transport properties of
trans-3-(3,4-dimethoxyphenyl)-2-(4-nitrophenyl)prop-2-enenitrile. Comptes Rendus Chimie, 2015, 18,
1289-1296.
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199
The effect of anchoring groups on the electro-optical and charge injection in triphenylamine
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Computational Chemistry, 2015, 14, 1550027.

1.8 25

200 An investigation on the key features of a Dâ€“Ï€â€“A type novel chalcone derivative for opto-electronic
applications. RSC Advances, 2015, 5, 87320-87332. 3.6 103

201
How does hybrid bridging core modification enhance the nonlinear optical properties in
donorâ€•Ï€â€•acceptor configuration? A case study of dinitrophenol derivatives. Journal of Computational
Chemistry, 2015, 36, 118-128.
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202
A dual approach to study the electro-optical properties of a noncentrosymmetric l-asparagine
monohydrate. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015, 137,
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Dye-Sensitized Solar Cells. Journal of Quantum Chemistry, 2014, 2014, 1-6. 0.9 6
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How does the increment of hetero-cyclic conjugated moieties affect electro-optical and charge
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Molecular Modeling, 2014, 20, 2547.
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crystals: an organic nonlinear optical material. Radiation Effects and Defects in Solids, 2014, 169,
954-964.

1.2 4
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Effect of heteroatoms substitution on electronic, photophysical and charge transfer properties of
naphtha [2,1-b:6,5-bâ€²] difuran analogues by density functional theory. Computational and Theoretical
Chemistry, 2014, 1045, 123-134.

2.5 24

210 Comparative study of diradical characters and thirdâ€•order nonlinear optical properties of
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211
Diradicalology in thirdâ€•order nonlinear optical systems: Second hyperpolarizabilities of
acetyleneâ€•linked phenalenylâ€•based superpolyenes. International Journal of Quantum Chemistry, 2013, 113,
585-591.
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212 Quantum chemical design of nonlinear optical materials by sp2-hybridized carbon nanomaterials:
issues and opportunities. Journal of Materials Chemistry C, 2013, 1, 5439. 5.5 155
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Systems. Chemistry - A European Journal, 2013, 19, 1677-1685. 3.3 36
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