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Synthesis, spectroscopic (FT-IR, FT-Raman, NMR, UV¥isible), NLO, NBO, HOMO-LUMO, Fukui

function and molecular docking study of (E)-1-(5-bromo-2-hydroxybenzylidene)semicarbazide.

Journal of Molecular Structure, 2017, 1141, 284-298

Quantum mechanical study and spectroscopic (FT-IR, FT-Raman, 13C, 1H, UV) study, first order
hyperpolarizability, NBO analysis, HOMO and LUMO analysis of 4-[(4-aminobenzene) sulfonyl] 44 88
aniline by ab initio HF and density functional method. Spectrochimica Acta - Part A: Molecular and

Molecular orbital studies (hardness, chemical potential and electrophilicity), vibrational
investigation and theoretical NBO analysis of 4-4'-(1H-1,2,4-triazol-1-yl methylene) dibenzonitrile
based on abinitio and DFT methods. Spectrochimica Acta - Part A: Molecular and Biomolecular

Molecular docking studies, charge transfer excitation and wave function analyses (ESP, ELF, LOL) 6
on valacyclovir : A potential antiviral drug. Computational Biology and Chemistry, 2019, 78, 9-17 > 75

Quantum mechanical, spectroscopic and docking studies of 2-Amino-3-bromo-5-nitropyridine by
Density Functional Method. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,
2017,181, 153-163

Quantum computational studies, spectroscopic (FT-IR, FT-Raman and UVWis) profiling, natural
hybrid orbital and molecular docking analysis on 2,4 Dibromoaniline. Journal of Molecular Structure, 3.4 68
2018, 1160, 393-405

Synthesis, structural, spectroscopic studies, NBO analysis, NLO and HOMO-LUMO of
4-methyl-N-(3-nitrophenyl)benzene sulfonamide with experimental and theoretical approaches.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 108, 159-70

Vibrational spectra and normal coordinate analysis of 2-hydroxy-3-(2-methoxyphenoxy) propyl 3
carbamate. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 132, 313-25 44 5

Vibrational spectroscopic (FT-IR, FT-Raman) and quantum mechanical study of
4-(2-chlorophenyl)-2-ethyl-9-methyl-6H-thieno[3,2-f] [1,2,4]triazolo[4,3-a][1,4] diazepine. Journal of

Molecular Structure, 2018, 1157, 519-529

Electronic absorption, vibrational spectra, non-linear optical properties, NBO analysis and

thermodynamic properties of 9-[(2-hydroxyethoxy) methyl] guanine molecule by density functional 3.4 51
method. Solid State Sciences, 2013, 16, 90-101

Molecular structure analysis and spectroscopic characterization of
9-methoxy-2H-furo[3,2-g]chromen-2-one with experimental (FT-IR and FT-Raman) techniques and

quantum chemical calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular

DFT, molecular docking and experimental FT-IR, FT-Raman, NMR inquisitions on
B-chloro-N-(4,5-dihydro-1H-imidazol-2-yl)-6-methoxy-2-methylpyrimidin-5-aminell 34 48
Alpha-2-imidazoline receptor agonist antihypertensive agent. Journal of Molecular Structure, 2019,

Molecular sEructure, vibrational spectra, AIM, HOMO-LUMO, NBO, UV, first order
hyperpolarizability, analysis of 3-thiophenecarboxylic acid monomer and dimer by Hartree-Fock and

density functional theory. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,

Vibrational spectroscopic investigation on the structure of 2-ethylpyridine-4-carbothioamide.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 93, 214-22 44 47

Synthesis, spectroscopic (FT-IR, FT-Raman, NMR, UVWisible), first order hyperpolarizability, NBO

and molecular docking study of (E)-1-(4-bromobenzylidene)semicarbazide. Journal of Molecular
Structure, 2017, 1128, 481-492

Quantum mechanical and spectroscopic (FT-IR, FT-Raman,1H,13C NMR, UV-Vis) studies, NBO, NLO,
HOMO, LUMO and Fukui function analysis of 5-Methoxy-1H-benzo[d]imidazole-2(3H)-thione by DFT 3.4 46
studies. Journal of Molecular Structure, 2017, 1130, 511-521

Vibrational assignments and electronic structure calculations for 6-thioguanine. Journal of Raman

Spectroscopy, 2009, 40, 1675-1681




(2019-2018)

Spectroscopic investigation, hirshfeld surface analysis and molecular docking studies on anti-viral

204 drug entecavir. Journal of Molecular Structure, 2018, 1164, 447-458 >4 43

Molecular docking, vibrational spectroscopy studies of

(RS)-2-(tert-butylamino)-1-(3-chlorophenyl)propan-1-one: A potential adrenaline uptake inhibitor.
Journal of Molecular Structure, 2018, 1173, 251-260
Quantum mechanical, spectroscopic study (FT-IR and FT - Raman), NBO analysis, HOMO-LUMO, first

202 order hyperpolarizability and docking studies of a non-steroidal anti-inflammatory compound. 3.4 42
Journal of Molecular Structure, 2018, 1156, 645-656

Quantum mechanical and spectroscopic (FT-IR, FT-Raman) study, NBO analysis, HOMO-LUMO, first

order hyperpolarizability and molecular docking study of
methyl[(3R)-3-(2-methylphenoxy)-3-phenylpropyl]amine by density functional method.

Synthesis, X-ray structural, characterization, NBO and HOMO-LUMO analysis using DFT study of
200 4-methyl-N-(naphthalene-1-yl)benzene sulfonamide. Spectrochimica Acta - Part A: Molecular and 44 41
Biomolecular Spectroscopy, 2012, 96, 657-67
Quantum mechanical study and spectroscopic (FT-IR, FT-Raman, (13)C, (1)H) study, first order
hyperpolarizability, NBO analysis, HOMO and LUMO analysis of 2-acetoxybenzoic acid by density

functional methods. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015,

Molecular structure, vibrational spectra, first order hyper polarizability, NBO and HOMOIOUMO

198 analysis of 4-amino-3(4-chlorophenyl) butanoic acid. Solid State Sciences, 2012, 14, 476-487 34 39

Spectroscopic studies (FTIR, FT-Raman and UV), potential energy surface scan, normal coordinate

analysis and NBO analysis of (2R,3R,4R,5S)-1-(2-hydroxyethyl)-2-(hydroxymethyl)
piperidine-3,4,5-triol by DFT methods. Spectrochimica Acta - Part A: Molecular and Biomolecular

Electronic absorption, vibrational spectra, nonlinear optical properties, NBO analysis and
196 thermodynamic properties of N-(4-nitro-2-phenoxyphenyl) methanesulfonamide molecule by ab 44 37
initio HF and density functional methods. Spectrochimica Acta - Part A: Molecular and Biomolecular

FTIR and Raman spectra, electronic spectra and normal coordinate analysis of
N,N-dimethyl-3-phenyl-3-pyridin-2-yl-propan-1-amine by DFT method. Spectrochimica Acta - Part A:

Molecular and Biomolecular Spectroscopy, 2014, 127, 439-53
Molecular structure, normal coordinate analysis, harmonic vibrational frequencies, NBO,

194 HOMO-LUMO analysis and detonation properties of (S)-2-(2-oxopyrrolidin-1-yl) butanamide by 44 36
density functional methods. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy,

Quantum mechanical, spectroscopic studies (FT-IR, FT-Raman, NMR, UV) and normal coordinates

analysis on 3-([2-(diaminomethyleneamino) thiazol-4-yl] methylthio)-N’-sulfamoylpropanimidamide.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 108, 307-18
Quantum computational, spectroscopic investigations on

192 N-(2-((2-chloro-4,5-dicyanophenyl)amino)ethyl)-4-methylbenzenesulfonamide by DFT/TD-DFT with 51 35
different solvents, molecular docking and drug-likeness researches. Colloids and Surfaces A:

Spectroscopic investigation (FTIR spectrum), NBO, HOMC-LUMO energies, NLO and
thermodynamic properties of 8-Methyl-N-vanillyl-6-nonenamideby DFT methods. Spectrochimica

Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015, 146, 177-86

Spectroscopic and molecular structure (monomeric and dimeric structure) investigation of
190 2-[(2-hydroxyphenyl) carbonyloxy] benzoic acid by DFT method: A combined experimental and 3.4 34
theoretical study. Journal of Molecular Structure, 2013, 1038, 145-162

Synthesis, structure, spectroscopic studies (FT-IR, FT-Raman and UV), normal coordinate, NBO and

NLO analysis of salicylaldehyde p-chlorophenylthiosemicarbazone. Journal of Molecular Structure,
2015, 1081, 400-412

Vibrational spectroscopy investigation using ab initio and density functional theory on

188 p-anisaldehyde. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2008, 70, 550-6 44 33

Spectroscopic (FT-IR, FT-Raman), quantum mechanical and docking studies on

methyl[(3S)-3-(naphthalen-1-yloxy)-3-(thiophen-2-yl)propyl]amine. Journal of Molecular Structure,
2019, 1175, 163-174




S MutHU

Computational evaluation of the reactivity and pharmaceutical potential of an organic amine: A
186 DFT, molecular dynamics simulations and molecular docking approach. Spectrochimica Acta - Part A: 4.4 31
Molecular and Biomolecular Spectroscopy, 2019, 222, 117188

Vibrational spectroscopy investigation using ab initio and density functional theory on flucytosine.
Journal of Raman Spectroscopy, 2007, 38, 1523-1531

Spectroscopic (FT-IR, FT-Raman) investigation, topology (ESP, ELF, LOL) analyses, charge transfer
184  excitation and molecular docking (dengue, HCV) studies on ribavirin. Chemical Data Collections, 21 28
2018, 17-18, 236-250

Spectroscopic (FT-IR, FT Raman) and quantum mechanical study on
N-(2,6-dimethylphenyl)-2-{4-[2-hydroxy-3-(2-methoxyphenoxy)propyl]piperazin-1-yl}acetamide.
Journal of Molecular Structure, 2018, 1171, 268-278
Vibrational spectra, molecular structure, natural bond orbital, first order hyperpolarizability,

18> thermodynamic analysis and normal coordinate analysis of Salicylaldehyde 44 27
p-methylphenylthiosemicarbazone by density functional method. Spectrochimica Acta - Part A:

Vibrational spectroscopic study and NBO analysis on tranexamic acid using DFT method.
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 129, 184-92

Growth and characterization of dl-Mandelic acid (C6H5CH(OH)CO2H) single crystal for third-order

180 nonlinear optical applications. Journal of Molecular Structure, 2017, 1148, 314-321 34 26

Molecular structure interpretation, spectroscopic (FT-IR, FT-Raman), electronic solvation (UV-Vis,
HOMO-LUMO and NLO) properties and biological evaluation of
(2E)-3-(biphenyl-4-yl)-1-(4-bromophenyl)prop-2-en-1-one: Experimental and computational

Investigation on 1-Acetyl-4-(4-hydroxyphenyl) piperazine an anti-fungal drug by spectroscopic,
178 quantum chemical computations and molecular docking studies. Journal of Molecular Structure, 34 23
2018, 1173, 583-595

Spectroscopic studies (FTIR, FT-Raman and UV-Visible), normal coordinate analysis, NBO analysis,
first order hyper polarizability, HOMO and LUMO analysis of
(1R)-N-(Prop-2-yn-1-yl)-2,3-dihydro-1H-inden-1-amine molecule by ab initio HF and density

Spectroscopic and quantum computational study on naproxen sodium. Spectrochimica Acta - Part A:

176 Molecular and Biomolecular Spectroscopy, 2020, 226, 117614 44

22

Spectroscopic, quantum computational and molecular docking studies on 1-phenylcyclopentane
carboxylic acid. Computational Biology and Chemistry, 2019, 82, 44-56

L Spectral, DFT and molecular docking investigations on Etodolac. Journal of Molecular Structure, .
74 2019, 1195, 747-761 34 2

Spectroscopic and quantum/classical mechanics based computational studies to compare the
ability of Andrographolide and its derivative to inhibit Nitric Oxide Synthase. Spectrochimica Acta -
Part A: Molecular and Biomolecular Spectroscopy, 2019, 218, 374-387

Quantum mechanical, spectroscopic studies and molecular docking analysis on

172 5,5-diphenylimidazolidine-2,4-dione. Journal of Molecular Structure, 2017, 1149, 487-498 34

21
Investigations on 2-(4-Cyanophenylamino) acetic acid by FT-IR,FT-Raman, NMR and UV-Vis

spectroscopy, DFT (NBO, HOMO-LUMO, MEP and Fukui function) and molecular docking studies.

Heliyon, 2020, 6, e04976

Molecular structural, non-linear optical, second order perturbation and Fukui studies of
170 Indole-3-Aldehyde using density functional calculations. Spectrochimica Acta - Part A: Molecular and 4.4 20
Biomolecular Spectroscopy, 2013, 106, 299-309

Molecular structure and spectroscopic characterization of ethyl 4-aminobenzoate with

experimental techniques and DFT quantum chemical calculations. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2013, 112, 169-81




(2020-2015)

Vibrational spectroscopic studies, normal co-ordinate analysis, first order hyperpolarizability,
168 HOMO-LUMO of midodrine by using density functional methods. Spectrochimica Acta - Part A: 44 19
Molecular and Biomolecular Spectroscopy, 2015, 134, 127-42
Spectroscopic profiling (FT-IR, FT-Raman, NMR and UV-Vis), autoxidation mechanism (H-BDE) and
molecular docking investigation of 3-(4-chlorophenyl)-N,N-dimethyl-3-pyridin-2-ylpropan-1-amine
by DFT/TD-DFT and molecular dynamics: A potential SSRI drug. Computational Biology and

Influence of acetyl, hydroxy and methyl functional groups on 2-phenylbutanoic acid by quantum
166 computational, spectroscopic and ligand-protein docking studies. Journal of Molecular Structure, 3.4 18
2019, 1188, 99-109

Growth, spectroscopic studies, and third order non-linear optical analysis of an organic dicarboxylic
acid based single crystal: Urea Oxalic acid. Chinese Journal of Physics, 2018, 56, 1449-1466

Molecular structure, spectroscopic (FT-IR, FT-Raman, NMR), HOMO-LUMO, chemical reactivity, AIM,
164 ELF, LOL and Molecular docking studies on 1-Benzyl-4-(N-Boc-amino)piperidine. Journal of 3.4 18
Molecular Structure, 2021, 1230, 129657

Spectroscopic elucidation (FT-IR, FT-Raman and UV-visible) with NBO, NLO, ELF, LOL, drug likeness
and molecular docking analysis on 1-(2-ethylsulfonylethyl)-2-methyl-5-nitro-imidazole: An
antiprotozoal agent. Computational Biology and Chemistry, 2020, 88, 107330

Vibrational and electronic absorption spectroscopic profiling, natural hybrid orbital, charge
162 transfer, electron localization function and molecular docking analysis on 3-amino-3-(2-nitrophenyl) 3.4 17
propionic acid. Journal of Molecular Structure, 2018, 1171, 733-746

Co-crystals of urea and hexanedioic acid with third-order nonlinear properties: An experimental and
theoretical enquiry. Journal of Molecular Structure, 2020, 1202, 127237

Computational evaluation on molecular structure (Monomer, Dimer), RDG, ELF, electronic
160 (HOMO-LUMO, MEP) properties, and spectroscopic profiling of 8-Quinolinesulfonamide with 2 17
molecular docking studies. Computational and Theoretical Chemistry, 2021, 1198, 113169

FT-IR, FT-Raman spectra and ab initio HF and DFT calculations of
7-chloro-5-(2-chlorophenyl)-3-hydroxy-2,3-dihydro-1H-1,4-benzodiazepin-2-one. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 120, 185-94

Synthesis, spectroscopic (FT-IR, FT-Raman, NMR, UWWisible), Fukui function, antimicrobial and
158 molecular docking study of (E)-1-(3-bromobenzylidene)semicarbazide by DFT method. Journal of 3.4 16
Molecular Structure, 2017, 1130, 374-384

Molecular structure, vibrational spectra, first order hyper polarizability, NBO and HOMO-LUMO
analysis of 2-amino-5-bromo-benzoic acid methyl ester. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2015, 137, 1374-86

Quantum computational, spectroscopic and molecular docking studies on 2-acetylthiophene and its

156 bromination derivative. Journal of Molecular Structure, 2020, 1212, 128129 34 15

Quantum computational, spectroscopic investigations on 6-aminobenzimidazole by DFT/TD-DFT
with different solvents and molecular docking studies. Journal of Molecular Liquids, 2019, 296, 111787

Vibrational and UV spectra, first order hyperpolarizability, NBO and HOMO-LUMO analysis of

154  4-chloro-N-(2-methyl-2,3-dihydroindol-1-yl)-3-sulfamoyl-benzamide. Spectrochimica Acta - Part A: 4.4 15
Molecular and Biomolecular Spectroscopy, 2014, 122, 1-14
Quantum mechanical study of the structure and spectroscopic, first order hyperpolarizability, Fukui

function, NBO, normal coordinate analysis of phenyl-N-(4-methyl phenyl) nitrone. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 112, 62-77

FTIR, FT-RAMAN, NMR, spectra, normal co-ordinate analysis, NBO, NLO and DFT calculation of
152  N,N-diethyl-4-methylpiperazine-1-carboxamide molecule. Spectrochimica Acta - Part A: Molecular 44 15
and Biomolecular Spectroscopy, 2013, 115, 275-86

Spectroscopic (FT-IR, FT-RAMAN, NMR, UVNis) investigations, computational analysis and

molecular docking study of 5-bromo-2-hydroxy pyrimidine. Journal of Molecular Structure, 2020,
1218, 128494
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PES, molecular structure, spectroscopic (FT-IR, FT-Raman), electronic (UV-Vis, HOMO-LUMO),
quantum chemical and biological (docking) studies on a potent membrane permeable inhibitor: 3.6 14
dibenzoxepine derivative. Heliyon, 2020, 6, e04724

Study of vibrational spectra, normal coordinate analysis and molecular structure of
6-(2,3-dichlorophenyl)-1,2,4-triazine-3,5-diamine using density functional theory. Spectrochimica
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 121, 420-9

Quantum chemical studies, vibrational analysis, molecular structure, first order hyper polarizability,
NBO and HOMO-LUMO analysis of 3-hydroxybenzaldehyde and its cation. Spectrochimica Acta-Part 4.4 13
A: Molecular and Biomolecular Spectroscopy, 2013, 115, 789-99

An experimental and theoretical study of the vibrational spectra and structure of Isosorbide

dinitrate. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 109, 322-30

Normal coordinate analysis and vibrational spectroscopy (FT-IR and FT-Raman) studies of
(2S)-2-amino-3-(3,4-dihydroxyphenyl)-2-methylpropanoic acid using ab initio HF and DFT method. 44 13
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2012, 99, 90-6

Spectroscopic and DFT studies, structural determination, chemical properties and molecular
docking of 1-(3-bromo-2-thienyl)-3-[4-(dimethylamino)-phenyl]prop-2-en-1-one. Journal of

Molecular Structure, 2020, 1200, 127123

Molecular structure, spectroscopic (FT-IR, FT-Raman) studies, Homolumo and Fukui function
calculations of 2-Acetyl amino-5-bromo- 4 methyl pyridine by density functional theory. Chemical 21 12
Data Collections, 2019, 24, 100291

Vibrational spectroscopy investigation using ab initio and DFT vibrational analysis of

7-chloro-2-methylamino-5-phenyl-3H-1,4-benzodiazepine-4-oxide. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2013, 113, 224-35

Optical, vibrational (FT-IR and FT-Raman), electronic and molecular docking investigations of 1

Phenyl Isatin. Optik, 2019, 182, 1211-1227 25 11

QM/MM methodology, docking and spectroscopic (FT-IR/FT-Raman, NMR, UV) and Fukui function
analysis on adrenergic agonist. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2015, 137, 841-55

Growth and characterization of | -Serine: A promising acentric organic crystal. Physica B: Condensed

Matter, 2018, 541, 32-42 28 11

Spectroscopic studies, potential energy surface and molecular orbital calculations of pramipexole.

Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 115, 64-73

Computational spectroscopic investigations on structural validation with IR and Raman
experimental evidence, projection of ultraviolet-visible excitations, natural bond orbital 51 11
interpretations, and molecular docking studies under the biological investigation on

Structural (monomer and dimer), wavefunctional, NCI analysis in aqueous phase, electronic and
excited state properties in different solvent atmosphere of 6

3-{(E)-[(3,4-dichlorophenyl)imino]methyl} benzene-1,2-diol. Journal of Molecular Liquids, 2021, 336, 116335

Evaluation of electronic and biological interactions between
N-[4-(Ethylsulfamoyl)phenyl]acetamide and some polar liquids (IEFPCM solvation model) with Fukui 6 11
function and molecular docking analysis. Journal of Molecular Liquids, 2021, 340, 117271

Synthesis, molecular structure, spectral investigation on

(E)-1-(4-bromophenyl)-3-(4-(dimethylamino)phenyl)prop-2-en-1-one. Journal of Molecular Structure, 3.4
2016, 1103, 145-155

Spectroscopic (FT-IR, FT-Raman), first order hyperpolarizabilities, NBO, Fukui function and

molecular docking study of N-(4-Chloro-3-methylphenyl)-2-phenylacetamide. Optik, 2017, 140, 1127-11 435 10

Spectroscopic, chemical reactivity, molecular docking investigation and QSAR analyses of

(2E)-1-(3-bromo-2-thienyl)-3-(2,5-dimethoxyphenyl)prop-2-en-1-one. Spectrochimica Acta - Part A:
Molecular and Biomolecular Spectroscopy, 2019, 222, 117190




(2019-2020)

Evaluation of vibrational, electronic, reactivity and bioactivity of propafenonel spectroscopic,

DFT and molecular docking approach. Chemical Data Collections, 2020, 26, 100360 2110

132

Vibrational spectra of 3,5-diamino-6-chloro-N-(diaminomethylene) pyrazine-2-carboxamide:

combined experimental and theoretical studies. Spectrochimica Acta - Part A: Molecular and
Biomolecular Spectroscopy, 2014, 127, 157-67
Molecular structure analysis and spectroscopic characterization of
130 5-ethyl-5-phenyl-1,3-diazinane-4,6-dione with experimental (FT-IR and FT-Raman) techniques and 44 10
quantum chemical calculations. Spectrochimica Acta - Part A: Molecular and Biomolecular

Quantum mechanical study of the structure and spectroscopic (FT-IR, FT-Raman), first-order
hyperpolarizability, NBO and HOMO-LUMO analysis of S-S-2 methylamino-1-phenyl propan-1-ol.

Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 107, 386-98

Experimental and theoretical investigations of spectroscopic properties of
128  8-chloro-1-methyl-6-phenyl-4H-[1,2,4]triazolo[4,3-a][1,4]benzodiazepine. Spectrochimica Acta - Part 4.4 10
A: Molecular and Biomolecular Spectroscopy, 2013, 106, 129-45

Vibrational and spectroscopic investigation on the structure of

5H-dibenzolb,f]azipine-5-carboxamide. Spectrochimica Acta - Part A: Molecular and Biomolecular
Spectroscopy, 2013, 114, 1-10

Vibrational spectroscopy investigation using density functional theory on

126 7-chloro-3-methyl-2H-1,2,4- benzothiadiazine 1,1-dioxide. Journal of Raman Spectroscopy, 2009, 40, 639-644

10
Molecular orbital studies (hardness, chemical potential, electronegativity and electrophilicity),

vibrational spectroscopic investigation and normal coordinate analysis of
5-{1-hydroxy-2-[(propan-2-yl)amino]ethyl}benzene-1,3-diol. Spectrochimica Acta - Part A: Molecular

Quantum mechanical study of the structure and spectroscopic (FTIR, FT-Raman), first-order
124 hyperpolarizability and NBO analysis of 1,2-benzoxazol-3-ylmenthane sulfonamide. Spectrochimica 44 9
Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 128, 603-13

Comprehensive spectroscopic (FT-IR, FT-Raman, 1H and 13C NMR) identification and computational

studies on 1-acetyl-1H-indole-2,3-dione. Open Chemistry, 2017, 15, 225-237

Normal coordinate analysis, molecular structure, vibrational and electronic spectral investigation of
122 7-(1,3-dioxolan-2-ylmethyl)-1,3-dimethylpurine-2,6-dione by ab initio HF and DFT method. 44 9
Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2014, 118, 578-88

Synthesis, spectroscopic (FT-IR, FT-Raman, 13C, 1H, UV) study, first order hyperpolarizability, NBO
analysis, HOMO and LUMO analysis of 2(2-Hydroxyphenyl)-N-(4-Methylphenyl) Nitrone.

Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2013, 109, 272-81

Vibrational spectroscopy, reactive site analysis and molecular docking studies on
120 2-[(2-amino-6-0x0-6,9-dihydro-3H-purin-9-yl)methoxy]-3-hydroxypropyl 34 9
(2S)-2-amino-3-methylbutanoate. Journal of Molecular Structure, 2020, 1202, 127274

Vibrational spectra and Wavefunction investigation for antidepressant drug of Amoxapine based

on quantum computational studies. Chemical Data Collections, 2021, 33, 100699

Synthesis, characterization, spectroscopic studies, DFT and molecular docking analysis of N,

118 N?-dibutyl-3, 3?-diaminobenzidine. Journal of Molecular Structure, 2019, 1179, 325-335 >4 9

Structure, spectroscopic study and DFT calculations of 2,6 bis (tri fluro methyl) benzoic acid. Journal
of Molecular Structure, 2019, 1177, 401-417

Structural investigation, spectroscopic and energy level studies of Schiff base: 2-[(3?- N
116 -salicylidenephenyl)benzimidazole] using experimental and DFT methods. Journal of Molecular 3.4 8
Structure, 2017, 1139, 247-254

A computational and spectroscopic interpretation (FT-IR, FT-Raman, UVMlis and NMR) with

molecular docking studies on 3-carboxy-2-hydroxy-N, N, N-trimethyl-1-propanaminium hydroxide: A
pharmaceutical drug. Chemical Data Collections, 2019, 20, 100191




S MutHU

1 Molecular structure, spectroscopic (FT-IR, FT-Raman, NMR, UV-VIS), chemical reactivity and 3
4 biological examinations of Ketorolac. Journal of Molecular Structure, 2020, 1210, 128040 34

Molecular structure, vibrational spectra, NBO, Fukui function, HOMO-LUMO analysis and molecular

docking study of 6-[(2-methylphenyl)sulfanyl]-5-propylpyrimidine-2,4(1H,3H)-dione. Macedonian

Journal of Chemistry and Chemical Engineering, 2017, 36,

Density functional studies and spectroscopic analysis (FT-IR, FT-Raman, UVMisible, and NMR)with
112 molecular docking approach on an antifibrotic drug Pirfenidone. Journal of Molecular Structure, 3.4 8
2020, 1203, 127394

Computational assessment on wave function (ELF, LOL) analysis, molecular confirmation and
molecular docking explores on 2-(5-Amino-2- Methylanilino)-4-(3-pyridyl) pyrimidine. Chemical Data
Collections, 2020, 29, 100525

Spectroscopic (FT-IR, FT-Raman, UV-Vis) molecular structure, electronic, molecular docking, and
110 thermodynamic investigations of indole-3-carboxylic acid by DFT method. Journal of Molecular 3.4 8
Structure, 2021, 1234, 130182

Phenolic and flavonoid contents in Malva sylvestris and exploration of active drugs as antioxidant
and anti-COVID19 by quantum chemical and molecular docking studies. Journal of Saudi Chemical
Society, 2021, 25, 101277

Molecular structure determination, Bioactivity score, Spectroscopic and Quantum computational
108 studies on (E)-N'-(4-Chlorobenzylidene)-2-(napthalen-2-yloxy) acetohydrazide. Journal of Molecular 3.4 8
Structure, 2021, 1241, 130558

Growth, structural and characterization of a novel third order nonlinear optical Benzimidazolium
Maleate single crystal. Journal of Molecular Structure, 2017, 1146, 5-13

Spectroscopic studies (FT-IR, FT-Raman, UV-Visible), normal co-ordinate analysis, first-order
106 hyperpolarizability and HOMO, LUMO studies of 3,4-dichlorobenzophenone by using Density 44 7
Functional Methods. Spectrochimica Acta - Part A: Molecular and Biomolecular Spectroscopy, 2015,

Spectroscopic (FT-IR, FT-Raman and UV-Vis), computational (ELF, LOL, NBO, HOMO-LUMO, Fukui,
MEP) studies and molecular docking on benzodiazepine derivatives- heterocyclic organic arenes.
Chemical Data Collections, 2020, 30, 100574

o Quantum mechanical computation, spectroscopic exploration and molecular docking analysis of
4 2-Bromo-4-fluoroacetanilide. Journal of Molecular Structure, 2020, 1220, 128639 >4 7

Experimental and computational study on molecular structure and vibrational analysis of

4,5-Bis(hydroxymethyl)-2-methylpyridin-3-ol by normal coordinate treatment. Spectrochimica Acta -

Part A: Molecular and Biomolecular Spectroscopy, 2013, 115, 191-201

Spectroscopic (FT-IR, FT-Raman, UVW¥isible) and quantum chemical studies of

102 4-Chloro-3-iodobenzophenone. Journal of Molecular Structure, 2017, 1128, 685-693 34 7
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