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1 Experimental and computational analysis of 1-(4-chloro-3-nit... 2020 0 0
2 Intricate spectroscopic profiling, light harvesting studies ... 2020 0 0
3 Spectral characterization, thermochemical studies, periodic ... 2020 2 2 2
4 Hybrid and bioactive cocrystals of pyrazinamide with hydroxy... 2020 0 0
5 Synthesis, spectral properties, chemical descriptors and lig... 2020 4 4 2 6
6 Exploring the detailed spectroscopic characteristics, chemic... 2020 5 5 4 9
7 Spectroscopic, quantum mechanical studies, ligand protein in... 2020 0 0
8 Electrochemical synthesis of thin-layered graphene oxide-pol... 2020 0 0
9 Quinoline derivatives as possible lead compounds for anti-ma... 2020 15 2 17 17
10  Quantum mechanical and photovoltaic studies on the cocrystal... 2019 3 3 1 4
11 Synthesis, spectral characterisation, quantum mechanical ana... 2019 0 0
12 Fabrication of innocuous gold nanoparticles using plant cell... 2019 0 0
13 Detailed quantum mechanical, molecular docking, QSAR predict... 2019 0 0
14 Anti-Cancerous Brucine and Colchicine: Experimental and Theo... 2019 0 0
15 Anovel heterogeneous catalyst based on reduced graphene oxi... 2019 0 0

16  Employers’ preference for labour; an empirical investigation... 2019 0 0
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17 Synthesis and characterization of a clay-alginate nanocompos... 2019 0 0
18  DFT and molecular docking investigations of oxicam derivativ... 2019 0 1 1
19  Conformational profile, vibrational assignments, NLO propert... 2019 2 2 3 5
20 Activity concentrations of radionuclides in soil samples alo... 2019 1 1 1
21 Synthesis and spectroscopic study of two new pyrazole deriva... 2019 6 6 3 9
22 Two neoteric pyrazole compounds as potential anti-cancer age... 2019 6 6 4 10
23 Synthesis, characterization and biological investigation of ... 2019 6 6 1 7
24 Dielectric spectroscopic studies in supercooled liquid and g... 2019 2 2 2
25  Single crystal XRD, DFT investigations and molecular docking... 2019 9 9 3 12
26  Spectroscopic, antimicrobial and computational study of nove... 2019 1 1 1 2
27  Cocrystals of pyrazinamide with p-toluenesulfonic and feruli... 2019 3 3 2 5
28 Synthesis, conformational, characterization and reactivity s... 2019 1 1 1 2
29  Structure, Spectral Features, Bioactivity and Light Harvesti... 2019 0 0
30  Spectroscopic and Theoretical Studies of Potential Anti-Infl... 2019 0 0
31 Quantum Mechanical Studies of Three Aromatic Halogen-Substit... 2019 1 1 1
32 Comparison of gamma dose levels assessed by various methods 2019 0 0
33 Evaluating Genetic Diversity Within Genus Jasminum L. (Oleac... 2019 0 0
34  Theoretical Studies on the Structure and Various Physico-Che... 2019 3 3 4 7
35 Synthesis, characterization and computational studies of sem... 2018 2 2 2
36  Synthesis and spectroscopic study of three new oxadiazole de... 2018 9 9 4 13
37  Two novel imidazole derivatives — Combined experimental and ... 2018 2 2 2
38 Molecular dynamic simulations, ALIE surface, Fukui functions... 2018 2 3 5 2 7
39 Molecular structure, spectroscopic, dielectric and thermal s... 2018 3 3 1 4
40 Dietary curcumin influences leptin, growth hormone and hepat... 2018 5 5 1 6
41  Reproductive biology of a Gobiid fish Oxyurichthys tentacula... 2018 1 1 1
42 Spectroscopic characterization of hydroxyquinoline derivativ... 2018 0 1 1
43 Agreen approach for the synthesis of drug delivery system, ... 2018 0 0
44 Synthesis, spectroscopic analyses, chemical reactivity and m... 2018 5 5 2 7
45 Spectroscopic characterization of 8-hydroxy-5-nitroquinoline... 2018 1 1 2 3
46  Study on the structure, vibrational analysis and molecular d... 2018 2 2 1 3
47 Understanding reactivity of two newly synthetized imidazole ... 2018 1 8 9 5 14
48  Spectroscopic analysis and molecular docking of imidazole de... 2018 2 2 1 3
49  Synthesis, spectroscopic analyses (FT-IR and NMR), vibration... 2018 5 5 5
50  Spectroscopic analysis of 8-hydroxyquinoline derivatives and... 2018 9 9 3 12
51  Combined spectroscopic, DFT, TD-DFT and MD study of newly sy... 2018 1 3 4 1 5
52 Characterization of biochars from a plant biomass and its ef... 2018 0 0
53 Contribution of thoron and progeny towards inhalation dose i... 2018 1 1 1 2
54 Adsorption properties of graphene towards the ephedrine — A ... 2018 1 5 6 6
55  Acomplete computational and spectroscopic study of 2-bromo-... 2018 3 4 7 2 9
56  4-[(4-acetylphenyl)amino]-2-methylidene-4-oxobutanoic acid, ... 2018 1 1 1
57 Spectroscopic analysis of 8-hydroxyquinoline-5-sulphonic aci... 2017 5 6 11 11
58  Supramolecular architecture of 5-bromo-7-methoxy-1-methyl-1H... 2017 1 1 2 2
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96  Macroinvertebrate communities in the bottom sediment of Arth... 2015 0 0
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98 Infrared spectrum, NBO, HOMO-LUMO, MEP and molecular docking... 2015 9 3 4 17 17
99  Spectroscopic investigation (FT-IR and FT-Raman), vibrationa... 2015 5 6 6
100  1-Alkyl-1-methylpiperazine-1,4-diium salts: Synthetic, acid-... 2015 2 2 5 5
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101  Spectroscopic and theoretical characterization of 2-(4-metho... 2015 7 6 4 21 21
102 Molecular structure, FT-IR, FT-Raman, NBO, HOMO and LUMO, ME... 2015 1 8 7 4 21 2 24
103 FT-IR, HOMO-LUMO, NBO, MEP analysis and molecular docking st... 2015 3 2 8 15 1 16
104  Spectral investigations, DFT computations and molecular dock... 2015 1 2 1 5 5
105  Spectroscopic investigation (FT-IR, FT-Raman), HOMO-LUMO, NB... 2015 4 3 1 12 12
106  Vibrational spectra, HOMO, LUMO, NBO, MEP analysis and molec... 2015 4 4 9 17 17
107 Molecular conformational analysis, vibrational spectra, NBO,... 2015 3 4 3 10 10
108  Vibrational spectroscopic and molecular docking study of 4-M... 2015 2 2 2
109  Spectroscopic investigation (FT-IR and FT-Raman), vibrationa... 2015 1 3 2 1 6 7
110  Spectroscopic investigation (FT-IR and FT-Raman), vibrationa... 2015 1 5 3 13 1 15
111  Infrared spectrum, structural and optical properties and mol... 2015 5 7 15 1 16
112 Molecular structure, FT-IR, vibrational assignments, HOMO-LU... 2015 1 1 1 3 3
113 Spectroscopic investigation (FT-IR, FT-Raman and SERS), vibr... 2015 1 1 1 2 4 5
114  Spectroscopic (FT-IR, FT-Raman), first order hyperpolarizabi... 2015 1 2 3 9 10
115  FT-IR, NBO, HOMO-LUMO, MEP analysis and molecular docking st... 2015 4 9 14 1 15
116  Molecular structure, FT-IR, vibrational assignments, HOMO-LU... 2015 4 3 9 19 4 23
117  Vibrational spectroscopic studies and molecular docking of 1... 2015 1 1 1 3 3
118  Spectroscopic investigation (FT-IR and FT-Raman), vibrationa... 2015 4 3 6 4 18 22
119  Molecular structure, FT-IR, NBO, HOMO and LUMO, MEP and firs... 2015 2 5 5 4 14 4 20
120  Adsorptive removal of acid red from aqueous solutions by cat... 2015 1 1 2 5 5
121  Iron availability affects phosphate deficiency-mediated resp... 2014 1 8 8 5 26 1 28
122 Theoretical investigations on the molecular structure, vibra... 2014 2 3 4 2 10 12
123 Vibrational spectra, NBO analysis, HOMO-LUMO and first hyper... 2014 5 1 2 1 5 10
124 Molecular structure and vibrational spectra of 2-Ethoxymethy... 2014 1 1 1 2
125  FT-IR, molecular structure, HOMO-LUMO, MEP, NBO analysis and... 2014 2 2 2 3 9 11
126  Theoretical investigations on the molecular structure, vibra... 2014 3 4 3 7 18 2 23
127 Molecular conformational analysis, vibrational spectra, NBO ... 2014 7 4 6 13 1 21
128  Vibrational spectra, molecular structure, NBO, HOMO-LUMO and... 2014 1 3 1 6 7
129  Spectroscopic (FT-IR, FT-Raman) investigations and quantum c... 2014 4 2 2 1 6 10
130 Molecular conformational analysis, vibrational spectra, NBO ... 2014 6 4 1 8 14
131 Molecular structure, FT-IR, first order hyperpolarizability,... 2014 4 2 2 6 10
132 FT-IR, molecular structure, first order hyperpolarizability,... 2014 11 4 3 10 1 22
133 Quantum mechanical and spectroscopic (FT-IR, FT-Raman, <sup>... 2014 3 3 5 8
134 Quantum mechanical and spectroscopic (FT-IR, FT-Raman, <sup>... 2014 2 2 1 4 6
135 Spectroscopic (FT-IR, FT-Raman), first order hyperpolarizabi... 2014 2 1 1 4 6
136  Vibrational spectroscopic and computational study of 1,7,8,9... 2014 1 4 6 7
137  Theoretical investigations on the molecular structure, vibra... 2014 8 4 2 3 11 19
138  Vibrational spectroscopic, <sup>1l</sup>H NMR and quantum che... 2014 5 4 2 2 9 1 15
139 Spectroscopic (FT-IR, FT-Raman) investigations and quantum c... 2014 4 3 1 2 9 13
140  Vibrational spectroscopic (FT-IR, FT-Raman, SERS) and quantu... 2014 5 6 2 4 13 1 19
141  Vibrational spectroscopic studies (FT-IR, FT-Raman, SERS) an... 2014 9 4 1 1 10 1 20
142 Vibrational spectroscopic (FT-IR, FT-Raman) and quantum chem... 2014 6 1 1 2 8
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