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docking studies of 2-(4-oxo-3-phenethyl-3,4-dihydroquinazolin-2-ylthio)-N-(3,4,5-trimethoxyphenyl)
acetamide. Journal of Molecular Structure, 2016, 1113, 133-145.

1.8 49

24
Spectroscopic analysis and molecular docking of imidazole derivatives and investigation of its
reactive properties by DFT and molecular dynamics simulations. Journal of Molecular Structure, 2018,
1158, 156-175.

1.8 49
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Detailed Electronic Structure, Physico-Chemical Properties, Excited State Properties, Virtual
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1.4 20

95
Spectroscopic investigations, concentration dependent SERS, and molecular docking studies of a
benzoic acid derivative. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2021,
248, 119265.

2.0 20
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Journal of Biomolecular Structure and Dynamics, 2022, 40, 8630-8643.
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activity. Journal of Molecular Structure, 2021, 1237, 130397.
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100
Synthesis, spectroscopic analyses (FT-IR and NMR), vibrational study, chemical reactivity and
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derivatives. Journal of Molecular Structure, 2018, 1156, 657-674.
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101
Detailed Quantum Mechanical Studies on Three Bioactive Benzimidazole Derivatives and Their Raman
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102
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103
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104 New quinolone derivative: Spectroscopic characterization and reactivity study by DFT and MD
approaches. Journal of Molecular Structure, 2017, 1135, 1-14. 1.8 18
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Synthesis, spectroscopic analyses, chemical reactivity and molecular docking study and
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Computational and Theoretical Chemistry, 2022, 1207, 113497. 1.1 18
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109

Spectroscopic investigation (FT-IR and FT-Raman), vibrational assignments, HOMOâ€“LUMO, NBO, MEP
analysis and molecular docking study of
2-[(4-chlorobenzyl)sulfanyl]-4-(2-methylpropyl)-6-(phenylsulfanyl)-pyrimidine-5-carbonitrile, a
potential chemotherapeutic agent. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2015, 139, 413-424.

2.0 17

110
FT-IR, FT-Raman and molecular docking study of ethyl
4-(2-(4-oxo-3-phenethyl-3,4-dihydroquinazolin-2-ylthio)acetamido)benzoate. Journal of Molecular
Structure, 2016, 1111, 9-18.

1.8 17

111 Spectral analysis and detailed quantum mechanical investigation of some acetanilide analogues and
their self-assemblies with graphene and fullerene. Journal of Molecular Modeling, 2020, 26, 254. 0.8 17

112
Computational Study of Sorbic Acid Drug Adsorption onto Coronene/Fullerene/Fullerene-Like X12Y12
(Xâ€‰=â€‰Al, B and Yâ€‰=â€‰N, P) Nanocages: DFT and Molecular Docking Investigations. Journal of Cluster Science,
2022, 33, 1809-1819.

1.7 17

113 Vibrational Spectroscopic Investigations of 4-nitropyrocatechol. Oriental Journal of Chemistry, 2012,
28, 937-941. 0.1 17

114
A foundational theoreticalAl<sub>12</sub>E<sub>12</sub>(Eâ€‰=â€‰N, P) adsorption and quinolone docking
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Biomolecular Structure and Dynamics, 2023, 41, 3630-3646.
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FT-IR, FT-Raman spectroscopy and computational study of
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and quantum chemical study. Journal of Molecular Structure, 2015, 1094, 210-236. 1.8 15
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Molecular structure, FT-IR, vibrational assignments, HOMOâ€“LUMO, MEP, NBO analysis and molecular
docking study of ethyl-6-(4-chlorophenyl)-4-(4-fluorophenyl)-2-oxocyclohex-3-ene-1-carboxylate.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015, 138, 73-84.

2.0 15

129 Vibrational spectroscopic analysis, molecular dynamics simulations and molecular docking study of
5-nitro-2-phenoxymethyl benzimidazole. Journal of Molecular Structure, 2017, 1129, 86-97. 1.8 15

130
DFT, molecular docking and SERS (concentration and solvent dependant) investigations of a
methylisoxazole derivative with potential antimicrobial activity. Journal of Molecular Structure,
2021, 1232, 130034.

1.8 15

131 Concentration-dependent SERS profile of olanzapine on silver and silver-gold metallic substrates.
Chemical Papers, 2021, 75, 6059-6072. 1.0 15

132
Molecular conformational analysis, vibrational spectra, NBO, NLO analysis and molecular docking
study of bis[(E)-anthranyl-9-acrylic]anhydride based on density functional theory calculations.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015, 151, 350-359.

2.0 14

133
Reactive, spectroscopic and antimicrobial assessments of 5-[(4-methylphenyl)
acetamido]-2-(4-tert-butylphenyl)benzoxazole: Combined experimental and computational study.
Journal of Molecular Structure, 2017, 1128, 694-706.

1.8 14

134 Quantum chemical DFT study of 4-azatricyclo [5.2.2.02,6] undecane-3,5,8-trione. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2010, 75, 1559-1565. 2.0 13

135
Insight into the reactive properties of newly synthesized 1,2,4-triazole derivative by combined
experimental (FT-IR and FR-Raman) and theoretical (DFT and MD) study. Journal of Molecular
Structure, 2017, 1141, 542-550.

1.8 13

136
Surface enhanced Raman scattering investigation of pioglitazone on silver and silver-gold metal
substrates â€“ Experimental analysis and theoretical modeling. Journal of Molecular Structure, 2021,
1244, 130992.

1.8 13

137
Spectroscopic analysis (FT-IR, FT-Raman and NMR) and molecular docking study of ethyl
2-(4-oxo-3-phenethyl-3,4-dihydroquinazolin-2-ylthio)-acetate. Journal of Molecular Structure, 2016,
1119, 451-461.

1.8 12

138
Vibrational spectroscopic investigations and molecular docking studies of biologically active
2-[4-(4-phenylbutanamido)phenyl]-5-ethylsulphonyl-benzoxazole. Journal of Molecular Structure, 2017,
1148, 119-133.

1.8 12

139 Theoretical investigation on the adsorption of melamine in Al12/B12-N12/P12 fullerene-like nanocages: a
platform for ultrasensitive detection of melamine. Chemical Papers, 2022, 76, 225-238. 1.0 12

140 Adsorption of a thione derivative on carbon, AlN, and BN nanotubes: a detailed DFT and MD
investigation. Journal of Molecular Modeling, 2022, 28, . 0.8 12

141 Newly synthesized dihydroquinazoline derivative from the aspect of combined spectroscopic and
computational study. Journal of Molecular Structure, 2017, 1134, 814-827. 1.8 11

142
Conformational, vibrational and DFT studies of a newly synthesized arylpiperazine-based drug and
evaluation of its reactivity towards the human GABA receptor. Journal of Molecular Structure, 2017,
1147, 266-280.

1.8 11

143
Spectroscopic characterization of 8-hydroxy-5-nitroquinoline and 5-chloro-8-hydroxy quinoline and
investigation of its reactive properties by DFT calculations and molecular dynamics simulations.
Journal of Molecular Structure, 2018, 1164, 525-538.

1.8 11

144
Adsorption properties of dacarbazine with graphene/fullerene/metal nanocages â€“ Reactivity,
spectroscopic and SERS analysis. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2022, 268, 120677.

2.0 11
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145
Insights into solvation effects, spectroscopic, Hirshfeld surface Analysis, reactivity analysis and
anti-Covid-19 ability of doxylamine succinate: Experimental, DFT, MD and docking simulations. Journal
of Molecular Liquids, 2022, 361, 119609.

2.3 11

146
Molecular structure, FT-IR, first order hyperpolarizability, NBO analysis, HOMO and LUMO analysis of
2-(4-chlorophenyl)-2-oxoethyl 3-methylbenzoate by HF and density functional methods. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 128, 327-336.

2.0 10

147
Vibrational spectra, molecular structure, NBO, HOMOâ€“LUMO and first order hyperpoalarizability
analysis of 1,4-bis(4-formylphenyl)anthraquinone by density functional theory. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2014, 131, 225-234.

2.0 10

148 Towards the new heterocycle based molecule: Synthesis, characterization and reactivity study.
Journal of Molecular Structure, 2017, 1137, 589-605. 1.8 10

149
Supramolecular architecture of 5-bromo-7-methoxy-1-methyl-1H-benzoimidazole.3H2O: Synthesis,
spectroscopic investigations, DFT computation, MD simulations and docking studies. Journal of
Molecular Structure, 2017, 1149, 602-612.

1.8 10

150 Two novel imidazole derivatives â€“ Combined experimental and computational study. Journal of
Molecular Structure, 2018, 1173, 221-239. 1.8 10

151
Understanding reactivity of a triazole derivative and its interaction with graphene and
doped/undoped-coroneneâ€”a DFT study. Journal of Biomolecular Structure and Dynamics, 2022, 40,
2316-2326.

2.0 10

152
Modeling the Conformational Preference, Spectral Analysis and Other Quantum Mechanical Studies
on Three Bioactive Aminobenzoate Derivatives and Their SERS Active Graphene Complexes. Polycyclic
Aromatic Compounds, 2022, 42, 2076-2086.

1.4 10

153 Investigation of reactive properties of an antiviral azatricyclo derivativeâ€“KDFT, MD and docking
simulations. Journal of Molecular Structure, 2021, 1230, 129937. 1.8 10

154
Investigation of reactive properties, adsorption on fullerene, DFT, molecular dynamics simulation of
an anthracene derivative targeting dihydrofolate reductase and human dUTPase. Journal of
Biomolecular Structure and Dynamics, 2021, , 1-10.

2.0 10

155
New Phenoxazine-Based Organic Dyes with Various Acceptors for Dye-Sensitized Solar Cells:
Synthesis, Characterization, DSSCs Fabrications and DFT Study. Journal of Computational Biophysics
and Chemistry, 2021, 20, 465-476.

1.0 10

156 DFT analysis of valproic acid adsorption onto Al12/B12-N12/P12 nanocages with solvent effects. Journal
of Molecular Modeling, 2022, 28, 98. 0.8 10

157
Vibrational spectroscopic studies and computational calculations of
5-chloro-2-(3-chlorophenylcarbamoyl)phenylacetate. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2012, 89, 308-316.

2.0 9

158
Vibrational spectroscopic and computational study of
1,7,8,9-Tetrachloro-4-(4-bromo-butyl)-10,10-dimethoxy-4-aza-tricyclo[5.2.1.02,6] dec-8-ene-3,5-dione.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 124, 480-491.

2.0 9

159 Vibrational spectroscopic studies and molecular docking of 10,10-Dimethylanthrone. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015, 135, 652-661. 2.0 9

160
Synthesis, vibrational spectroscopic investigations, molecular docking, antibacterial studies and
molecular dynamics study of 5-[(4-nitrophenyl)acetamido]-2-(4-tert-butylphenyl)benzoxazole. Journal
of Molecular Structure, 2017, 1133, 557-573.

1.8 9

161 Structure, Spectral Features, Bioactivity and Light Harvesting Properties of Methyl and Dimethyl
Anthracene: Experimental and First Principle Studies. Polycyclic Aromatic Compounds, 2019, , 1-15. 1.4 9

162
Cocrystals of hydrochlorothiazide with picolinamide, tetramethylpyrazine and piperazine: quantum
mechanical studies, docking and modelling of the photovoltaic efficiency for DSSC. Journal of
Molecular Modeling, 2020, 26, 256.

0.8 9
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163
Conformational analysis and quantum descriptors of two bifonazole derivatives of immense
anti-tuber potential by using vibrational spectroscopy and molecular docking studies. Structural
Chemistry, 2021, 32, 859-867.

1.0 9

164
Modeling the structural and reactivity properties of hydrazono methyl-4H-chromen-4-one
derivativesâ€”wavefunction-dependent properties, molecular docking, and dynamics simulation studies.
Journal of Molecular Modeling, 2021, 27, 186.

0.8 9

165 Spectroscopic, Solvation Effects and MD Simulation of an Adamantane-Carbohydrazide Derivative, a
Potential Antiviral Agent. Polycyclic Aromatic Compounds, 2023, 43, 2056-2070. 1.4 9

166 Computational study of furosemide-piperazine (FS â€“ PZ) and 2,3,5,6-tetramethylpyrazine (FS-TP)
co-crystals. Journal of Molecular Liquids, 2022, 360, 119537. 2.3 9

167
Molecular conformational analysis, reactivity, vibrational spectral analysis and molecular dynamics
and docking studies of 6-chloro-5-isopropylpyrimidine-2,4(1H,3H)-dione, a potential precursor to
bioactive agent. Journal of Molecular Structure, 2017, 1127, 427-436.

1.8 8

168 Spectroscopic investigations, concentration dependent SERS, and molecular docking studies of a
hydroxybenzylidene derivative. Journal of Biomolecular Structure and Dynamics, 2022, 40, 6952-6964. 2.0 8

169 Vibrational spectroscopic studies and computational study of
methyl(2â€•methylâ€•4,6â€“dinitrophenylsulfanyl)ethanoate. Journal of Raman Spectroscopy, 2010, 41, 829-838. 1.2 7

170 Structural (SC-XRD), spectroscopic, DFT, MD investigations and molecular docking studies of a
hydrazone derivative. Chemical Data Collections, 2020, 30, 100588. 1.1 7

171 DFT and MD simulations and molecular docking of co-crystals of octafluoro-1,4-diiodobutane with
phenazine and acridine. Structural Chemistry, 2020, 31, 2525-2531. 1.0 7

172 Theoretical and experimental investigation of a pyrazole derivative- solvation effects, reactivity
analysis and MD simulations. Chemical Physics Letters, 2022, 793, 139469. 1.2 7

173
Quantum Mechanical Investigation into the Adsorption Pattern of Clomipramine and
Methotrimeprazine HCl with Graphene and Fullerene. Polycyclic Aromatic Compounds, 2023, 43,
2219-2232.

1.4 7

174
Spectroscopic and reactive properties of a newly synthesized quinazoline derivative: Combined
experimental, DFT, molecular dynamics and docking study. Journal of Molecular Structure, 2017, 1134,
863-881.

1.8 6

175 Adsorption of Phenothiazine Derivatives on Graphene â€“ DFT, Docking and MD Simulation. Polycyclic
Aromatic Compounds, 2022, 42, 5626-5637. 1.4 6

176
Conformational Analysis, Spectroscopic Insights, Chemical Descriptors, ELF, LOL and Molecular
Docking Studies of Potential Pyrimidine Derivative with Biological Activities. Polycyclic Aromatic
Compounds, 2022, 42, 5160-5170.

1.4 5

177 Spectroscopic and computational study of chromone derivatives with antitumor activity: detailed
DFT, QTAIM and docking investigations. SN Applied Sciences, 2021, 3, 1. 1.5 5

178
DFT and MD investigations of the biomolecules of phenothiazine derivatives: interactions with gold
and water molecules and investigations in search of effective drug for SARS-CoV-2. Journal of
Biomolecular Structure and Dynamics, 2023, 41, 4522-4533.

2.0 5

179 Investigation of reactive and spectroscopic properties of oxobutanoic acid derivative: Combined
spectroscopic, DFT, MD and docking study. Journal of Molecular Structure, 2017, 1148, 266-275. 1.8 4

180 Utilization of O/S-doped graphene nanoclusters for ultrasensitive detection of flurane
derivatives-DFT investigations. Journal of Biomolecular Structure and Dynamics, 2022, 40, 5320-5327. 2.0 4
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181 DFT, docking, MD simulation, and vibrational spectra with SERS analysis of a benzoxazole derivative:
an anti-cancerous drug. Chemical Papers, 2021, 75, 4269-4284. 1.0 4

182
Modeling the structure and reactivity landscapes of a pyrazole-ammonium ionic derivative using
wavefunction-dependent characteristics and screening for potential anti-inflammatory activity.
Journal of Biomolecular Structure and Dynamics, 2022, 40, 11190-11202.

2.0 3

183 MD, DFT Investigations and Inhibition of the Novel SARS- CoV-2 Mainprotease in Three Cocrystals of
Hydrochloro- thiazide. Analytical Chemistry Letters, 2021, 11, 450-468. 0.4 3

184 IR, Raman and DFT Calculations of 5,6-benzo-2-pyrone. Oriental Journal of Chemistry, 2012, 28, 1071-1075. 0.1 3

185
Investigation of the electronic properties of solvents (water, benzene, methanol) using IEFPCM model,
spectroscopic investigation with docking and MD simulations of a thiadiazole derivative with
anti-tumor activities. Journal of Molecular Liquids, 2022, 348, 118061.

2.3 3

186
Conformational, Reactivity Analysis, Wavefunction-Based Properties, Molecular Docking and
Simulations of a Benzamide Derivative with Potential Antitumor Activity-DFT and MD Simulations.
Polycyclic Aromatic Compounds, 2023, 43, 2015-2031.

1.4 3

187 Synthesis, crystal structure and anti-tumour activity studies of 4-
Tertiarybutylcyclohexanonethiosemicarbazone. Journal of Molecular Structure, 2022, 1265, 133490. 1.8 3

188
Spectroscopic and Theoretical Studies of Potential Anti-Inflammatory Polycyclic Aromatic
Fluorophenyl Substituted Acyclic and Heterocyclic Analogues Synthesized from
4,4â€²-Difluorophenylchalcone. Polycyclic Aromatic Compounds, 2019, , 1-13.

1.4 2

189
Theoretical Studies into the Spectral Characteristics, Biological Activity, and Photovoltaic Cell
Efficiency of Four New Polycyclic Aromatic Chalcones. Polycyclic Aromatic Compounds, 2022, 42,
608-622.

1.4 2

190 Biological perspective of a triazine derivative with isatin/chalcone/acridone: DFT and docking
investigations. Structural Chemistry, 2021, 32, 19-26. 1.0 2

191 Spectroscopic and DFT investigations of 8-hydroxy quinoline-5-sulfonic
acid-5-chloro-8-hydroxyquinoline cocrystal. Chemical Papers, 2021, 75, 3387-3399. 1.0 2

192 Genomic variation and point mutations analysis of Indian COVID-19 patient samples submitted in GISAID
database. Journal of the Indian Chemical Society, 2021, 98, 100156. 1.3 2

193 Theoretical Insights into the Solvation, Electronic, Chemical Properties and Molecular Docking of
Some Thiazole Derivatives. Polycyclic Aromatic Compounds, 2023, 43, 1546-1556. 1.4 2

194
DFT Conformational, Wavefunction Based Reactivity Analysis, Docking and MD Simulations of a
Carboxamide Derivative with Potential Anticancer Activity. Polycyclic Aromatic Compounds, 2023, 43,
1590-1601.

1.4 2

195 Insights into solvation, chemical reactivity, structural, vibrational and anti-hypertensive properties
of a thiazolopyrimidine derivative by DFT and MD simulations. Structural Chemistry, 0, , 1. 1.0 2

196 Vibrational Spectroscopic and First Hyperpolarizability Study of 1-chloro-2-methyl-2-phenylpropane.
Material Science Research India, 2012, 9, 159-164. 0.9 1

197 Computational Studies, GERS, Photovoltaic Modelling and Molecular Docking Studies of
Diethylstilbestrol and Its Methyl Ether. Polycyclic Aromatic Compounds, 0, , 1-8. 1.4 1

198 Electronic Structure, Solvation Effects and Wave Function Based Properties of a New Triazole Based
Symmetric Chromene Derivative of Apigenin. Polycyclic Aromatic Compounds, 2023, 43, 2810-2822. 1.4 1
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Experimental spectra, electronic properties (liquid and gaseous phases) and activity against
SARS-CoV-2 main protease of Fluphenazine dihydrochloride: DFT and MD simulations. Journal of
Molecular Structure, 2022, 1267, 133633.
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200 Computational Evaluation of Molecular Structures and Spectroscopic Properties of Tryptamine
Derivatives on Its Binding With Novel Corona Virus Proteins. Polycyclic Aromatic Compounds, 0, , 1-10. 1.4 0

201 Co-crystals of ethenzamide with 2-nitrobenzoic acid - Conformational analysis, MD simulations and
DFT investigations. Journal of the Indian Chemical Society, 2022, 99, 100439. 1.3 0

202 Spectroscopic analyses on an azatricycloderivative by DFT with different solvents, reactivity analysis
and MD simulations. Journal of Molecular Structure, 2022, 1260, 132845. 1.8 0
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Pyrone Derivatives Using Experimental and Theoretical Tools. Polycyclic Aromatic Compounds, 0, , 1-10. 1.4 0

204 Spectroscopic, Docking and MD Simulation Analysis of an Adamantane Derivative with Solvation
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