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198 wTYzRXLwTYramanLandLSvRSLspectraLofL–YprolineZLJournalpofpthepIranianpChemicalpSocietyXL2009XLfXLachYadd 2 73

197
SynthesisLandLspectroscopicLstudyLofLthreeLnewLoxadiazoleLderivativesLwithLdetailedLcomputationalL
evaluationLofLtheirLreactivityLandLpharmaceuticalLpotentialZLJournalpofpMolecularpStructureXL2018XL
aagcXLdfiYdh]

3.4 70

196
wTYzRXLwTYRamanXLSvRSLandLcomputationalLstudyLofL
eYethylsulphonylYbYToYchlorobenzylUbenzoxazoleZLSpectrochimicapActap-pPartpA:pMolecularpandp
BiomolecularpSpectroscopyXL2012XLifXLfagYbe

4.4 64

195
 olecularLstructureXLwTYzRXLvibrationalLassignmentsXLy− −Y–U −LanalysisLandLmolecularLdockingL
studyLofLaY[eYTdYsromophenylUYcYTdYfluorophenylUYdXeYdihydroYayYpyrazolYaYyl]ethanoneZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2015XLacfLPtLsXLdgcYhb

4.4 61

194
VibrationalLspectroscopicLstudiesLandLabLinitioLcalculationsLofL
eYnitroYbYTpYfluorophenylUbenzoxazoleZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularp
SpectroscopyXL2008XLgaXLeffYga

4.4 53

193
vxploringLtheLdetailedLspectroscopicLcharacteristicsXLchemicalLandLbiologicalLactivityLofLtwoL
cyanopyrazineYbYcarboxamideLderivativesLusingLexperimentalLandLtheoreticalLtoolsZLSpectrochimicap
Actap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2020XLbbdXLaagdad

4.4 53

192
wTYzRXL·s−XLy− −Y–U −XL vPLanalysisLandLmolecularLdockingLstudyLofL
aY[cYTdYwluorophenylUYeYphenylYdXeYdihydroYayYpyrazolYaYyl]ethanoneZLSpectrochimicapActap-pPartpA:p
MolecularpandpBiomolecularpSpectroscopyXL2015XLacfLPtLsXLdhcYic

4.4 52

191
SynthesisXLcharacterizationLandLbiologicalLinvestigationLofLglycineYbasedLsulfonamideLderivativeLandL
itsLcomplexkLVibrationLassignmentXLy− −Lâ��L–U −LanalysisXL vPLandLmolecularLdockingZLJournalpofp
MolecularpStructureXL2019XLaahaXLbddYbeb

3.4 52

190 SynthesisXLspectralLpropertiesXLchemicalLdescriptorsLandLlightLharvestingLstudiesLofLaLnewLbioactiveL
azoLimidazoleLcompoundZLJournalpofpMolecularpStructureXL2020XLaaiiXLabg]ce 3.4 52

189 TwoLneotericLpyrazoleLcompoundsLasLpotentialLantiYcancerLagentskLSynthesisXLelectronicLstructureXL
physicoYchemicalLpropertiesLandLdockingLanalysisZLJournalpofpMolecularpStructureXL2019XLaahaXLdeeYdff 3.4 51

188
VibrationalLspectroscopicXLmolecularLstructureXLfirstLhyperpolarizabilityLandL·s−LstudiesLofL
dSYmethylbiphenylYbYcarbonitrileZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularp
SpectroscopyXL2012XLihXLiaYi

4.4 50

187 UnderstandingLreactivityLofLtwoLnewlyLsynthetizedLimidazoleLderivativesLbyLspectroscopicL
characterizationLandLcomputationalLstudyZLJournalpofpMolecularpStructureXL2018XLaaehXLagfYaif 3.4 49

186
VibrationalLspectraXLy− −XL–U −XL·s−XL vPLanalysisLandLmolecularLdockingLstudyLofL
bXbYdiphenylYdYTpiperidinYaYylUbutanamideZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularp
SpectroscopyXL2015XLae]XLedcYef

4.4 48

185 zRXLRamanXLSvRSLandLcomputationalLstudyLofLbYTbenzylsulfanylUYcXeYdinitrobenzoicLacidZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2013XLaacXLbhYcf 4.4 45

184
SynthesisLandLspectroscopicLstudyLofLtwoLnewLpyrazoleLderivativesLwithLdetailedLcomputationalL
evaluationLofLtheirLreactivityLandLpharmaceuticalLpotentialZLJournalpofpMolecularpStructureXL2019XL
aahaXLeiiYfab

3.4 44

183 QuantumLmechanicalLandLphotovoltaicLstudiesLonLtheLcocrystalsLofLhydrochlorothiazideLwithL
isonazidLandLmalonamideZLJournalpofpMolecularpStructureXL2019XLaaigXLgaiYgbf 3.4 43

182
SpectroscopicLanalysisLandLmolecularLdockingLofLimidazoleLderivativesLandLinvestigationLofLitsL
reactiveLpropertiesLbyLuwTLandLmolecularLdynamicsLsimulationsZLJournalpofpMolecularpStructureXL
2018XLaaehXLaefYage

3.4 41
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181 VibrationalLspectroscopicLstudiesLandLcomputationalLstudyLofLquinolineYbYcarbaldehydeLbenzoylL
hydrazoneZLJournalpofpMolecularpStructureXL2010XLigcXLcfYdf 3.4 41

180
 olecularLstructureXLwTYzRXL·s−XLy− −LandL–U −XL vPLandLfirstLorderLhyperpolarizabilityLofL
TbvUYaYTbXdYuichlorophenylUYcYTcXdXeYtrimethoxyphenylUpropYbYenYaYoneLbyLywLandLdensityLfunctionalL
methodsZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2015XLaceXLhaYib

4.4 40

179
uwTLandLexperimentalLTwTYzRLandLwTYRamanULinvestigationLofLvibrationalLspectroscopyLandL
molecularLdockingLstudiesLofL
bYTdYoxoYcYphenethylYcXdYdihydroquinazolinYbYylthioUY·YTcXdXeYtrimethoxyphenylULacetamideZL
JournalpofpMolecularpStructureXL2016XLaaacXLaccYade

3.4 40

178 uwTLandLmolecularLdockingLinvestigationsLofLoxicamLderivativesZLHeliyonXL2019XLeXLe]bage 3.6 39

177
VibrationalLspectroscopicLstudiesXLwukuiLfunctionsXLy− −Y–U −XL·–−XL·s−LanalysisLandLmolecularL
dockingLstudyLofLTvUYaYTaXcYbenzodioxolYeYylUYdXdYdimethylpentYaYenYcYoneXLaLpotentialLprecursorLtoL
bioactiveLagentsZLJournalpofpMolecularpStructureXL2016XLaabcXLcgeYchc

3.4 38

176 SpectroscopicXLsingleLcrystalLXRuLstructureXLuwTLandLmolecularLdynamicsLinvestigationLofL
aYTcYchloroYdYfluorophenylUYcY[cYTtrifluoromethylUphenyl]thioureaZLRSCpAdvancesXL2016XLfXLaaaiigYaab]ae3.7 38

175
wTYzRXLwTYRamanLandL· RLcharacterizationLofLbYisopropylYeYmethylcyclohexylL
quinolineYbYcarboxylateLandLinvestigationLofLitsLreactiveLandLoptoelectronicLpropertiesLbyL
molecularLdynamicsLsimulationsLandLuwTLcalculationsZLJournalpofpMolecularpStructureXL2017XLaabgXLabdYacg

3.4 38

174
TheoreticalLStudiesLonLtheLStructureLandLVariousLPhysicoYthemicalLandLsiologicalLPropertiesLofLaL
TerphenylLuerivativeLwithLzmmenseLrntiYProtozoanLrctivityZLPolycyclicpAromaticpCompoundsXL2021XL
daXLhbeYhd]

1.3 37

173  odificationLofLbenzoxazoleLderivativeLbyLbromineYspectroscopicXLantibacterialLandLreactivityLstudyL
usingLexperimentalLandLtheoreticalLproceduresZLJournalpofpMolecularpStructureXL2017XLaadaXLdieYeaa 3.4 36

172
SpectroscopicLinvestigationsXL·s−XLy− −â��–U −XL·–−LanalysisLandLmolecularLdockingLofL
eYTadamantanYaYylUYcYanilinomethylYbXcYdihydroYaXcXdYoxadiazoleYbYthioneXLaLpotentialLbioactiveL
agentZLJournalpofpMolecularpStructureXL2015XLa]ifXLaYad

3.4 36

171 tonformationalLprofileXLvibrationalLassignmentsXL·–−LpropertiesLandLmolecularLdockingLofL
biologicallyLactiveLherbicideaXaYdimethylYcYphenylureaZLHeliyonXL2019XLeXLe]aihg 3.6 36

170 VibrationalLspectroscopicLstudiesLandLcomputationalLstudyLofL
dYfluoroY·YTbpYhydroxyYdpYnitrophenylUphenylacetamideZLJournalpofpMolecularpStructureXL2011XLiidXLbbcYbca3.4 36

169
SpectroscopicLcharacterizationLofLaY[cYTaLyLYimidazolYaYylUpropyl]YcYphenylthioureaLandLassessmentL
ofLreactiveLandLoptoelectronicLpropertiesLemployingLuwTLcalculationsLandLmolecularLdynamicsL
simulationsZLJournalpofpMolecularpStructureXL2017XLaabiXLgbYhe

3.4 35

168
 olecularLconformationalLanalysisXLvibrationalLspectraXL·s−XL·–−XLy− −Y–U −LandLmolecularL
dockingLstudiesLofLethylLcYTvUYTanthracenYiYylUpropYbYenoateLbasedLonLdensityLfunctionalLtheoryL
calculationsZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2015XLae]XLeccYdb

4.4 35

167
TheoreticalLinvestigationsLonLtheLmolecularLstructureXLvibrationalLspectralXLy− −Y–U −LandL·s−L
analysisLofLiY[cYTuimethylaminoUpropyl]YbYtrifluoroYmethylYiyYthioxanthenYiYolZLSpectrochimicap
Actap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2014XLacbXLdiaYe]a

4.4 34

166 tocrystalsLofLpyrazinamideLwithLpYtoluenesulfonicLandLferulicLacidskLuwTLinvestigationsLandL
molecularLdockingLstudiesZLJournalpofpMolecularpStructureXL2019XLaageXLiafYibf 3.4 33

165
wTYzRXLmolecularLstructureXLfirstLorderLhyperpolarizabilityXLy− −LandL–U −LanalysisXL vPLandL·s−L
analysisLofLbYTdYchlorophenylUYbYoxoethylLcYnitrobenzoateZLSpectrochimicapActap-pPartpA:pMolecularp
andpBiomolecularpSpectroscopyXL2014XLabfXLb]hYai

4.4 33

164
VibrationalLspectroscopicLandLquantumLchemicalLcalculationsLofL
TvUY·YtarbamimidoylYdYTTnaphthalenYaYylYmethyleneUaminoUbenzeneLsulfonamideZLSpectrochimicap
Actap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2012XLhgXLbiYci

4.4 32
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163
yybridLandLbioactiveLcocrystalsLofLpyrazinamideLwithLhydroxybenzoicLacidskLuetailedLstudyLofL
structureXLspectroscopicLcharacteristicsXLotherLpotentialLapplicationsLandLnoncovalentLinteractionsL
usingLSrPTZLJournalpofpMolecularpStructureXL2020XLab]bXLabgcaf

3.4 32

162 SpectroscopicLanalysisLofLhYhydroxyquinolineLderivativesLandLinvestigationLofLitsLreactiveLpropertiesL
byLuwTLandLmolecularLdynamicsLsimulationsZLJournalpofpMolecularpStructureXL2018XLaaefXLccfYcdg 3.4 32

161
znfraredLspectrumXLstructuralLandLopticalLpropertiesLandLmolecularLdockingLstudyLofL
cYTdYfluorophenylUYeYphenylYdXeYdihydroYayYpyrazoleYaYcarbaldehydeZLSpectrochimicapActap-pPartpA:p
MolecularpandpBiomolecularpSpectroscopyXL2015XLachXLebiYch

4.4 31

160
SpectroscopicLinvestigationLTwTYzRLandLwTYRamanUXLvibrationalLassignmentsXLy− −Y–U −LanalysisL
andLmolecularLdockingLstudyLofLbYTrdamantanYaYylUYeYTdYnitrophenylUYaXcXdYoxadiazoleZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2015XLaceXLigcYhc

4.4 31

159 wTYzRXLwTYRamanXLsurfaceLenhancedLRamanLscatteringLandLcomputationalLstudyLofL
bYTpYfluorobenzylUYfYnitrobenzoxazoleZLJournalpofpMolecularpStructureXL2012XLa]abXLbbYc] 3.4 31

158
SpectroscopicLinvestigationsLandLcomputationalLstudyLofL
bY[acetylTdYbromophenylUcarbamoyl]YdYchlorophenylLacetateZLJournalpofpRamanpSpectroscopyXL2010XL
daXLg]gYgaf

2.3 31

157 tomprehensiveLquantumLmechanicalLstudiesLonLthreeLbioactiveLanastrozoleLbasedLtriazoleL
analoguesLandLtheirLSvRSLactiveLgrapheneLcomplexZLJournalpofpMolecularpStructureXL2020XLabagXLabhchh 3.4 30

156
wTYzRXLwTYRamanLandLcomputationalLstudyLofL
TvUY·YcarbamimidoylYdYTTdYmethoxybenzylideneUaminoUbenzenesulfonamideZLSpectrochimicapActap-p
PartpA:pMolecularpandpBiomolecularpSpectroscopyXL2012XLibXLhdYi]

4.4 30

155 VibrationalLspectraLandLcomputationalLstudyLofLcYaminoYbYphenylLquinazolinYdTcyUYoneZLJournalpofp
MolecularpStructureXL2010XLifcXLacgYadd 3.4 30

154
SpectroscopicXLuwTXLmolecularLdynamicsLandLmolecularLdockingLstudyLofL
aYbutylYbYTdYhydroxyphenylUYdXeYdimethylYimidazoleLcYoxideZLJournalpofpMolecularpStructureXL2017XL
aacdXLcc]Ycdd

3.4 29

153
VibrationalLspectroscopicLanalysisLofLcyanopyrazineYbYcarboxamideLderivativesLandLinvestigationLofL
theirLreactiveLpropertiesLbyLuwTLcalculationsLandLmolecularLdynamicsLsimulationsZLJournalpofp
MolecularpStructureXL2017XLaacaXLaYae

3.4 29

152
vxperimentalLandLcomputationalLanalysisLofL
aYTdYchloroYcYnitrophenylUYcYTcXdYdichlorophenylUthioureaZLJournalpofpMolecularpStructureXL2020XL
ab]eXLabgehg

3.4 29

151 uetailedLquantumLmechanicalXLmolecularLdockingXLQSrRLpredictionXLphotovoltaicLlightLharvestingL
efficiencyLanalysisLofLbenzilLandLitsLhalogenatedLanaloguesZLHeliyonXL2019XLeXLe]bhbe 3.6 29

150
znfraredLandLRamanLspectroscopicLanalysesLandLtheoreticalLcomputationLofL
dYbutylYaYTdYhydroxyphenylUYbYphenylYcXeYpyrazolidinedioneZLSpectrochimicapActap-pPartpA:pMolecularp
andpBiomolecularpSpectroscopyXL2012XLidXLa]aYi

4.4 28

149
 olecularLdynamicLsimulationsXLr–zvLsurfaceXLwukuiLfunctionsLgeometricalXLmolecularLdockingLandL
vibrationalLspectraLstudiesLofLtetraLchloroLpLandLmYxyleneZLJournalpofpMolecularpStructureXL2018XL
aagaXLbecYbfg

3.4 27

148 wTYzRXLwTYRamanLandLcomputationalLstudyLofLayYbXbYdimethylYcyYphenothiazinYd[a]y]YoneZLJournalp
ofpMolecularpStructureXL2011XLiheXLcafYcbb 3.4 27

147
uetailedLspectraXLelectronicLpropertiesXLqualitativeLnonYcovalentLinteractionLanalysisXL
solvatochromismXLdockingLandLmolecularLdynamicsLsimulationsLinLdifferentLsolventLatmosphereLofL
cenobamateZLStructuralpChemistryXL2020XLcaXLbdgeYbdhe

1.8 27

146
SingleLcrystalLXRuXLuwTLinvestigationsLandLmolecularLdockingLstudyLofLbYL
TTaXeYdimethylYcYoxoYbYphenylYbXcYdihydroYayYpyrazolYdYylUaminoUnaphthaleneYaXdYdioneLasLaL
potentialLantiYLcancerLleadLmoleculeZLComputationalpBiologypandpChemistryXL2019XLghXLaecYafd

3.6 27
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145 SynthesisXLcharacterizationLandLcomputationalLstudiesLofLsemicarbazideLderivativeZLJournalpofp
MolecularpLiquidsXL2018XLbgbXLdhaYdie 6 27

144
 olecularLconformationalLanalysisXLvibrationalLspectraXL·s−LanalysisLandLfirstLhyperpolarizabilityLofL
TbvUYcYTcYchlorophenylUpropYbYenoicLanhydrideLbasedLonLdensityLfunctionalLtheoryLcalculationsZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2014XLacaXLdgaYhc

4.4 26

143
zntricateLspectroscopicLprofilingXLlightLharvestingLstudiesLandLotherLquantumLmechanicalLpropertiesL
ofLcYphenylYeYisooxazoloneLusingLexperimentalLandLcomputationalLstrategiesZLJournalpofpMolecularp
StructureXL2020XLab]cXLabgdfa

3.4 26

142
znvestigationLofLspectroscopicXLreactiveXLtransportLandLdockingLpropertiesLofL
aYTcXdYdichlorophenylUYcY[cYTtrifluoromethylUphenyl]thioureaLTr·wYfUkLtombinedLexperimentalLandL
computationalLstudyZLJournalpofpMolecularpStructureXL2017XLaacdXLffhYfh]

3.4 25

141 wTYzRXLwTYRamanXLandLcomputationalLcalculationsLofLdYchloroYbYTcYchlorophenylLcarbamoylUphenylL
acetateZLJournalpofpRamanpSpectroscopyXL2009XLd]XLbagfYbahf 2.3 25

140 SpectroscopicXLquantumLmechanicalLstudiesXLligandLproteinLinteractionsLandLphotovoltaicLefficiencyL
modelingLofLsomeLbioactiveLbenzothiazolinoneLacetamideLanalogsZLChemicalpPapersXL2020XLgdXLaiegYaifd1.9 25

139 uwTLandLmolecularLdockingLstudiesLofLselfYassemblyLofLsulfoneLanaloguesLandLgrapheneZLJournalpofp
MolecularpModelingXL2020XLbfXLbgc 2 25

138 rLcompleteLcomputationalLandLspectroscopicLstudyLofLbYbromoYaXLdYdichlorobenzeneLâ��LrLfrequentlyL
usedLbenzeneLderivativeZLJournalpofpMolecularpStructureXL2018XLaaeaXLbdeYbee 3.4 24

137 toncentrationLandLpyLdependentLSvRSLspectraLofLsulfanilicLacidLsodiumLsaltLonLcolloidalLsilverL
particlesZLJournalpofpRamanpSpectroscopyXL2010XLdaXLiddYiea 2.3 24

136
StructuralLstudyLofLletrozoleLandLmetronidazoleLandLformationLofLselfYassemblyLwithLgrapheneLandL
fullereneLwithLtheLenhancementLofLphysicalXLchemicalLandLbiologicalLactivitiesZLJournalpofp
BiomolecularpStructurepandpDynamicsXL2021XLciXLee]iYeeae

3.6 23

135
 odelingLtheLconformationalLpreferenceXLspectroscopicLpropertiesXLUVLlightLharvestingLefficiencyXL
biologicalLreceptorLinhibitoryLabilityLandLotherLphysicoYchemicalLpropertiesLofLfiveLimidazoleL
derivativesLusingLquantumLmechanicalLandLmolecularLmechanicsLtoolsZLJournalpofpMolecularpLiquidsXL
2020XLca]XLaabhga

6 22

134
SpectroscopicLcharacterizationLofLdY[bYTeYvthylpyridinYbYylUethoxy]benzaldehydeLoximeLandL
investigationLofLitsLreactiveLpropertiesLbyLuwTLcalculationsLandLmolecularLdynamicsLsimulationsZL
JournalpofpMolecularpStructureXL2017XLaabhXLbdeYbef

3.4 22

133 StabilityLandLreactivityLstudyLofLbioYmoleculesLbrucineLandLcolchicineLtowardsLelectrophileLandL
nucleophileLattackskLznsightLfromLuwTLandL uLsimulationsZLJournalpofpMolecularpLiquidsXL2021XLcceXLaafaib6 22

132
TheoreticalLinvestigationsLonLtheLmolecularLstructureXLvibrationalLspectraXLy− −Y–U −LanalysesL
andL·s−LstudyLofL
aY[TtyclopropylmethoxyUmethyl]YeYethylYfYTdYmethylbenzylUYaXbXcXdYtetrahydropyrimidineYbXdYdioneZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2014XLaccXLfciYe]

4.4 21

131
 olecularLconformationalLanalysisXLvibrationalLspectraXL·s−LanalysisLandLfirstLhyperpolarizabilityLofL
TbvUYcYphenylpropYbYenoicLanhydrideLbasedLonLdensityLfunctionalLtheoryLcalculationsZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2014XLabhXLfchYdf

4.4 21

130
 olecularLstructureXLspectroscopicXLdielectricLandLthermalLstudyXLnonlinearLopticalLpropertiesXL
naturalLbondLorbitalXLy− −Y–U −LandLmolecularLdockingLanalysisLofLTttl−ULTty·wU´•by−ZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2018XLb]dXLcbhYcci

4.4 20

129
SpectroscopicLTwTYzRXLwTYRamanULinvestigationsLandLquantumLchemicalLcalculationsLofL
aXgXhXiYtetrachloroYa]Xa]YdimethoxyYdY{cY[dYTcYmethoxyphenylUpiperazinYaYyl]propyl}YdYazatricyclo[eZbZaZ]TbXfU]decYhYeneYcXeYdioneZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2014XLabiXLdchYe]

4.4 20

128 SpectroscopicLanalysisLofLhYhydroxyquinolineYeYsulphonicLacidLandLinvestigationLofLitsLreactiveL
propertiesLbyLuwTLandLmolecularLdynamicsLsimulationsZLJournalpofpMolecularpStructureXL2017XLaae]XLed]Yeeb3.4 20
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127
SpectroscopicLinvestigationLTwTYzRXLwTYRamanLandLSvRSUXLvibrationalLassignmentsXLy− −Y–U −L
analysisLandLmolecularLdockingLstudyLofL−pipramolZLSpectrochimicapActap-pPartpA:pMolecularpandp
BiomolecularpSpectroscopyXL2015XLacgXLedgYei

4.4 19

126
SpectralLcharacterizationXLthermochemicalLstudiesXLperiodicLSrPTLcalculationsLandLdetailedL
quantumLmechanicalLprofilingLvariousLphysicoYchemicalLpropertiesLofLcXdYdichlorodiuronZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2020XLbbhXLaageh]

4.4 18

125
wTYzRXLmolecularLstructureXLy− −Y–U −XL vPXL·s−LanalysisLandLfirstLorderLhyperpolarizabilityLofL
 ethylLdXdpYdifluoroYeSYmethoxyYaXaSkcSXapYterphenylYdSYcarboxylateZLSpectrochimicapActap-pPartpA:p
MolecularpandpBiomolecularpSpectroscopyXL2014XLaccXLdh]Yh

4.4 17

124 tombinedLspectroscopicXLuwTXLTuYuwTLandL uLstudyLofLnewlyLsynthesizedLthioureaLderivativeZL
JournalpofpMolecularpStructureXL2018XLaaeeXLahdYaie 3.4 16

123
SynthesisXLXRuLsingleLcrystalLstructureLanalysisXLvibrationalLspectralLanalysisXLmolecularLdynamicsL
andLmolecularLdockingLstudiesLofLbYTcYmethoxyYdYhydroxyphenylULbenzothiazoleZLJournalpofp
MolecularpStructureXL2017XLaadhXLbhbYbib

3.4 16

122 SpectralLanalysisLandLuwTLinvestigationLofLsomeLbenzopyranLanaloguesLandLtheirLselfYassembliesL
withLgrapheneZLJournalpofpMolecularpLiquidsXL2020XLcagXLaacibd 6 16

121
TheoreticalLinvestigationLonLtheLreactiveLandLinteractionLpropertiesLofLsorafenibLâ��LuwTXLrz XL
spectroscopicLandLyirshfeldLanalysisXLdockingLandLdynamicsLsimulationZLJournalpofpMolecularpLiquidsXL
2021XLcc]XLaaefeb

6 16

120
QuantumL echanicalLStudiesLofLThreeLrromaticLyalogenYSubstitutedLsioactiveL
SulfonamidobenzoxazoleLtompoundsLwithLPotentialL–ightLyarvestingLPropertiesZLPolycyclicp
AromaticpCompoundsXL2019XLaYag

1.3 16

119
wTYzRXLwTYRamanLandLmolecularLdockingLstudyLofLethylL
dYTbYTdYoxoYcYphenethylYcXdYdihydroquinazolinYbYylthioUacetamidoUbenzoateZLJournalpofpMolecularp
StructureXL2016XLaaaaXLiYah

3.4 15

118
SpectroscopicLinvestigationLTwTYzRLandLwTYRamanUXLvibrationalLassignmentsXLy− −Y–U −XL·s−XL
 vPLanalysisLandLmolecularLdockingLstudyLofL
bY[TdYchlorobenzylUsulfanyl]YdYTbYmethylpropylUYfYTphenylsulfanylUYpyrimidineYeYcarbonitrileXLaL
potentialLchemotherapeuticLagentZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularp
SpectroscopyXL2015XLaciXLdacYbd

4.4 15

117
wTYzRXLwTYRamanLspectroscopyLandLcomputationalLstudyLofL
·YcarbamimidoylYdY{[TvUYTTbYhydroxyphenylUmethylidene]amino}benzenesulfonamideZLJournalpofp
MolecularpStructureXL2011XLiibXLggYhc

3.4 15

116
SpectroscopicLinvestigationLTwTYzRLandLwTYRamanUXLvibrationalLassignmentsXLy− −â��–U −LanalysisL
andLmolecularLdockingLstudyLofLaYhydroxyYdXeXhYtrisTdYmethoxyphenylULanthraquinoneZLJournalpofp
PhysicspandpChemistrypofpSolidsXL2015XLhgXLaa]Yaba

3.9 14

115
 olecularLstructureXLwTYzRXLvibrationalLassignmentsXLy− −Y–U −XL vPXL·s−LanalysisLandL
molecularLdockingLstudyLofL
ethylYfYTdYchlorophenylUYdYTdYfluorophenylUYbYoxocyclohexYcYeneYaYcarboxylateZLSpectrochimicapActap
-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2015XLachXLgcYhd

4.4 14

114
SynthesisXLspectroscopicLanalysesXLchemicalLreactivityLandLmolecularLdockingLstudyLandL
antiYtubercularLactivityLofLpyrazineLandLcondensedLoxadiazoleLderivativesZLJournalpofpMolecularp
StructureXL2018XLaafdXLdeiYdfi

3.4 14

113 SynthesisXLconformationalXLcharacterizationLandLreactivityLstudyLofL
aXgYbisTdYbromophenylUheptaneYaXgYdioneZLJournalpofpMolecularpStructureXL2019XLaageXLbfiYbgi 3.4 14

112 VibrationalLSpectroscopicLznvestigationsLofLdYnitropyrocatecholZLOrientalpJournalpofpChemistryXL2012
XLbhXLicgYida 0.8 14

111 rdsorptionLofLadipicLacidLinLrl[sY·[PLnanocageskLuwTLinvestigationsZLJournalpofpMolecularpModelingXL
2021XLbgXLaac 2 14

110
uwTLcomputationalLstudyLtowardsLinvestigatingLpsychotropicLdrugsXLpromazineLandLtrifluoperazineL
adsorptionLonLgrapheneXLfullereneLandLcarbonLcyclicLringLnanoclustersZLSpectrochimicapActap-pPartpA:p
MolecularpandpBiomolecularpSpectroscopyXL2021XLbdfXLaai]ab

4.4 14

Y Sheena Mary
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109 UtilizationLofLdoped[undopedLgrapheneLquantumLdotsLforLultrasensitiveLdetectionLofLduphastonXLaL
SvRSLplatformZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2021XLbddXLaahhfe4.4 14

108 ·ewLquinoloneLderivativekLSpectroscopicLcharacterizationLandLreactivityLstudyLbyLuwTLandL uL
approachesZLJournalpofpMolecularpStructureXL2017XLaaceXLaYad 3.4 13

107
SpectroscopicLcharacterizationLofLhydroxyquinolineLderivativesLwithLbromineLandLiodineLatomsLandL
theoreticalLinvestigationLbyLuwTLcalculationsXL uLsimulationsLandLmolecularLdockingLstudiesZL
JournalpofpMolecularpStructureXL2018XLaafgXLieYa]f

3.4 13

106
SynthesisXLspectroscopicLanalysesLTwTYzRLandL· RUXLvibrationalLstudyXLchemicalLreactivityLandL
molecularLdockingLstudyLandLantiYtubercularLactivityLofLcondensedLoxadiazoleLandLpyrazineL
derivativesZLJournalpofpMolecularpStructureXL2018XLaaefXLfegYfgd

3.4 13

105
SynthesisXLcrystalLstructureLanalysisXLspectralLinvestigationsXLuwTLcomputationsLandLmolecularL
dynamicsLandLdockingLstudyLofLdYbenzylYeYoxomorpholineYcYcarbamideXLaLpotentialLbioactiveLagentZL
JournalpofpMolecularpStructureXL2017XLaacdXLbeYci

3.4 12

104
SpectralLinvestigationsXLuwTLcomputationsLandLmolecularLdockingLstudiesLofL
aXgXhXiYtetrachloroYa]Xa]YdimethoxyYdY{cY[dYTbYmethylphenylUpiperazinYaYyl]propyl}YdYazatricyclo[eZbZaZ]bXf]decYhYeneYcXeYdioneZL
JournalpofpMolecularpStructureXL2015XLa]ihXLac]Yade

3.4 12

103 aYrlkylYaYmethylpiperazineYaXdYdiiumLsaltskLSyntheticXLacidâ��baseXLXRuYanalyticalXLwTYzRXLwTYRamanL
spectralLandLquantumLchemicalLstudyZLJournalpofpMolecularpStructureXL2015XLa]idXLba]Ybcf 3.4 12

102
SpectroscopicLTwTYzRXLwTYRamanUXLfirstLorderLhyperpolarizabilityXL·s−LanalysisXLy− −LandL–U −L
analysisLofL
aXgXhXiYtetrachloroYa]Xa]YdimethoxyYdY[cYTdYphenylpiperazinYaYylUpropyl]YdYazatricyclo[eZbZaZ]TbXfU]decYhYeneYcXeYdioneL
byLdensityLfunctionalLmethodsZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularp
SpectroscopyXL2014XLabdXLe]]Yac

4.4 12

101 VibrationalLspectroscopicLanalysisXLmolecularLdynamicsLsimulationsLandLmolecularLdockingLstudyLofL
eYnitroYbYphenoxymethylLbenzimidazoleZLJournalpofpMolecularpStructureXL2017XLaabiXLhfYig 3.4 12

100
ReactiveXLspectroscopicLandLantimicrobialLassessmentsLofLeY[TdYmethylphenylUL
acetamido]YbYTdYtertYbutylphenylUbenzoxazolekLtombinedLexperimentalLandLcomputationalLstudyZL
JournalpofpMolecularpStructureXL2017XLaabhXLfidYg]f

3.4 12

99 QuantumLchemicalLuwTLstudyLofLdYazatricycloL[eZbZbZ]TbXfU]LundecaneYcXeXhYtrioneZLSpectrochimicap
Actap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2010XLgeXLaeeiYfe 4.4 12

98
SpectroscopicLanalysisLTwTYzRXLwTYRamanLandL· RULandLmolecularLdockingLstudyLofLethylL
bYTdYoxoYcYphenethylYcXdYdihydroquinazolinYbYylthioUYacetateZLJournalpofpMolecularpStructureXL2016XL
aaaiXLdeaYdfa

3.4 12

97
znsightLintoLtheLreactiveLpropertiesLofLnewlyLsynthesizedLaXbXdYtriazoleLderivativeLbyLcombinedL
experimentalLTwTYzRLandLwRYRamanULandLtheoreticalLTuwTLandL uULstudyZLJournalpofpMolecularp
StructureXL2017XLaadaXLedbYee]

3.4 11

96
 olecularLconformationalLanalysisXLvibrationalLspectraXL·s−XL·–−LanalysisLandLmolecularLdockingL
studyLofLbis[TvUYanthranylYiYacrylic]anhydrideLbasedLonLdensityLfunctionalLtheoryLcalculationsZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2015XLaeaXLce]Yi

4.4 11

95 uetailedLQuantumL echanicalLStudiesLonLThreeLsioactiveLsenzimidazoleLuerivativesLandLTheirL
RamanLvnhancementLonLrdsorptionLoverLxrapheneLSheetsZLPolycyclicpAromaticpCompoundsXL2020XLaYa] 1.3 11

94
uetailedLvlectronicLStructureXLPhysicoYthemicalLPropertiesXLvxcitedLStateLPropertiesXLVirtualL
sioactivityLScreeningLandLSvRSLrnalysisLofLThreeLxuanineLsasedLrntiviralLurugsLValacyclovirLytlL
yydrateXLrcyclovirLandLxanciclovirZLPolycyclicpAromaticpCompoundsXL2020XLaYaa

1.3 11

93
SpectroscopicLcharacterizationLofLhYhydroxyYeYnitroquinolineLandLeYchloroYhYhydroxyLquinolineLandL
investigationLofLitsLreactiveLpropertiesLbyLuwTLcalculationsLandLmolecularLdynamicsLsimulationsZL
JournalpofpMolecularpStructureXL2018XLaafdXLebeYech

3.4 11

92 StudyLonLtheLstructureXLvibrationalLanalysisLandLmolecularLdockingLofLfluorophenylLderivativesLusingL
wTYzRLandLdensityLfunctionalLtheoryLcomputationsZLJournalpofpMolecularpStructureXL2018XLaafdXLagbYagi 3.4 11

(2018-2021)
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91 SpectralLanalysisLandLdetailedLquantumLmechanicalLinvestigationLofLsomeLacetanilideLanaloguesL
andLtheirLselfYassembliesLwithLgrapheneLandLfullereneZLJournalpofpMolecularpModelingXL2020XLbfXLbed 2 11

90 ·ewlyLsynthesizedLdihydroquinazolineLderivativeLfromLtheLaspectLofLcombinedLspectroscopicLandL
computationalLstudyZLJournalpofpMolecularpStructureXL2017XLaacdXLhadYhbg 3.4 10

89
 olecularLstructureXLwTYzRXLfirstLorderLhyperpolarizabilityXL·s−LanalysisXLy− −LandL–U −LanalysisL
ofLbYTdYchlorophenylUYbYoxoethylLcYmethylbenzoateLbyLywLandLdensityLfunctionalLmethodsZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2014XLabhXLcbgYcf

4.4 10

88
rcidYbaseLpropertiesXLwTYzRXLwTYRamanLspectroscopyLandLcomputationalLstudyLofL
aYTpyridYdYylUpiperazineZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2014
XLabaXLdcfYdd

4.4 10

87 TwoLnovelLimidazoleLderivativesLâ��LtombinedLexperimentalLandLcomputationalLstudyZLJournalpofp
MolecularpStructureXL2018XLaagcXLbbaYbci 3.4 10

86
 odelingLtheLuwTLstructuralLandLreactivityLstudiesLofLaLpyrimidineLYfYcarboxylateLderivativeLwithL
referenceLtoLitsLwavefunctionYdependentXL uLsimulationsLandLevaluationLforLpotentialL
antimicrobialLactivityZLJournalpofpMolecularpStructureXL2021XLabcgXLac]cig

3.4 10

85 TowardsLtheLnewLheterocycleLbasedLmoleculekLSynthesisXLcharacterizationLandLreactivityLstudyZL
JournalpofpMolecularpStructureXL2017XLaacgXLehiYf]e 3.4 9

84 VibrationalLspectroscopicLstudiesLandLmolecularLdockingLofLa]Xa]YuimethylanthroneZL
SpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2015XLaceXLfebYfa 4.4 9

83
VibrationalLspectraXLmolecularLstructureXL·s−XLy− −Y–U −LandLfirstLorderLhyperpoalarizabilityL
analysisLofLaXdYbisTdYformylphenylUanthraquinoneLbyLdensityLfunctionalLtheoryZLSpectrochimicapActap
-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2014XLacaXLbbeYcd

4.4 9

82
VibrationalLspectroscopicLandLcomputationalLstudyLofL
aXgXhXiYTetrachloroYdYTdYbromoYbutylUYa]Xa]YdimethoxyYdYazaYtricyclo[eZbZaZ]TbXfU]L
decYhYeneYcXeYdioneZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2014XL
abdXLdh]Yia

4.4 9

81
VibrationalLspectroscopicLinvestigationsLandLmolecularLdockingLstudiesLofLbiologicallyLactiveL
bY[dYTdYphenylbutanamidoUphenyl]YeYethylsulphonylYbenzoxazoleZLJournalpofpMolecularpStructureXL
2017XLaadhXLaaiYacc

3.4 9

80
toncentrationLandLsolventLdependentLSvRSXLuwTXL uLsimulationsLandLmolecularLdockingLstudiesLofL
aLthioxothiazolidineLderivativeLwithLantimicrobialLpropertiesZLJournalpofpMolecularpLiquidsXL2021XL
cbiXLaaeehb

6 9

79 uwTXLSvRSYconcentrationLandLsolventLdependentLandLdockingLstudiesLofLaLbioactiveL
benzenesulfonamideLderivativeZLJournalpofpMolecularpStructureXL2021XLabbhXLabifh] 3.4 9

78
tonformationalLanalysisLandLuwTLinvestigationsLofLtwoLtriazoleLderivativesLandLitsLhalogenatedL
substitutionLbyLusingLspectroscopyXLrz LandL olecularLdockingZLChemicalpDatapCollectionsXL2021XL
caXLa]]fbe

2.1 9

77
VibrationalLspectroscopicLstudiesLandLcomputationalLcalculationsLofL
eYchloroYbYTcYchlorophenylcarbamoylUphenylacetateZLSpectrochimicapActap-pPartpA:pMolecularpandp
BiomolecularpSpectroscopyXL2012XLhiXLc]hYaf

4.4 8

76
 olecularLconformationalLanalysisXLreactivityXLvibrationalLspectralLanalysisLandLmolecularLdynamicsL
andLdockingLstudiesLofLfYchloroYeYisopropylpyrimidineYbXdTayXcyUYdioneXLaLpotentialLprecursorLtoL
bioactiveLagentZLJournalpofpMolecularpStructureXL2017XLaabgXLdbgYdcf

3.4 8

75
tonformationalLanalysisLandLquantumLdescriptorsLofLtwoLnewLimidazoleLderivativesLbyL
experimentalXLuwTXLrz XLmolecularLdockingLstudiesLandLadsorptionLactivityLonLgrapheneZLHeliyonXL
2020XLfXLe]eahb

3.6 8

74
uwTXLmolecularLdockingLandLSvRSLTconcentrationLandLsolventLdependantULinvestigationsLofLaL
methylisoxazoleLderivativeLwithLpotentialLantimicrobialLactivityZLJournalpofpMolecularpStructureXL
2021XLabcbXLac]]cd

3.4 8

Y Sheena Mary
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73 StructureXLSpectralLweaturesXLsioactivityLandL–ightLyarvestingLPropertiesLofL ethylLandLuimethylL
rnthracenekLvxperimentalLandLwirstLPrincipleLStudiesZLPolycyclicpAromaticpCompoundsXL2019XLaYae 1.3 8

72
SynthesisXLvibrationalLspectroscopicLinvestigationsXLmolecularLdockingXLantibacterialLstudiesLandL
molecularLdynamicsLstudyLofLeY[TdYnitrophenylUacetamido]YbYTdYtertYbutylphenylUbenzoxazoleZL
JournalpofpMolecularpStructureXL2017XLaaccXLeegYegc

3.4 7

71
SupramolecularLarchitectureLofLeYbromoYgYmethoxyYaYmethylYaLyLYbenzoimidazoleZcyLbL−kL
SynthesisXLspectroscopicLinvestigationsXLuwTLcomputationXL uLsimulationsLandLdockingLstudiesZL
JournalpofpMolecularpStructureXL2017XLaadiXLf]bYfab

3.4 7

70
tonformationalXLvibrationalLandLuwTLstudiesLofLaLnewlyLsynthesizedLarylpiperazineYbasedLdrugLandL
evaluationLofLitsLreactivityLtowardsLtheLhumanLxrsrLreceptorZLJournalpofpMolecularpStructureXL2017XL
aadgXLbffYbh]

3.4 7

69 VibrationalLspectroscopicLstudiesLandLcomputationalLstudyLofL
methylTbYmethylYdXfâ��dinitrophenylsulfanylUethanoateZLJournalpofpRamanpSpectroscopyXL2010XLdaXLhbiYhch 2.3 7

68 rdsorptionLbehaviorLandLsolventLeffectsLofLanLadamantaneYtriazoleLderivativeLonLmetalLclustersLâ��L
uwTLsimulationLstudiesZLJournalpofpMolecularpLiquidsXL2021XLcdeXLaahbdb 6 7

67 vvidenceLofLclusterLformationLofLpyrroleLwithLmixedLsilverLmetalLclustersXLrgxY yLTx´ n´ dXeXLy´ n´ b[aL
andL ´ n´ ru[·i[tuULusingLuwT[SvRSLanalysisZLComputationalpandpTheoreticalpChemistryXL2022XLab]hXLaacefi2 7

66
tocrystalsLofLhydrochlorothiazideLwithLpicolinamideXLtetramethylpyrazineLandLpiperazinekLquantumL
mechanicalLstudiesXLdockingLandLmodellingLofLtheLphotovoltaicLefficiencyLforLuSStZLJournalpofp
MolecularpModelingXL2020XLbfXLbef

2 7

65
uwTLcomputationalLstudyLofLtrihalogenatedLanilineLderivativeSsLadsorptionLontoL
graphene[fullerene[fullereneYlikeLnanocagesXLXYLTXLnLrlXLsXLandLYLnL·XLPUZLJournalpofpBiomolecularp
StructurepandpDynamicsXL2021XLaYad

3.6 7

64
toncentrationLdependentLSvRSXLuwTLandLmolecularLdockingLstudiesLofLaLureidoLderivativeLwithL
antitubercularLpropertiesZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL
2021XLbdiXLaaicbi

4.4 7

63
StructuralLandLreactivityLstudiesLofLpravadolineLâ��rnLionicLliquidXLwithLreferenceLtoLitsL
wavefunctionYrelativeLpropertiesLusingLuwTLandL uLsimulationZLJournalpofpMolecularpStructureXL
2021XLabdeXLaca]gd

3.4 7

62
 odelingLtheLtonformationalLPreferenceXLSpectralLrnalysisLandL−therLQuantumL echanicalL
StudiesLonLThreeLsioactiveLrminobenzoateLuerivativesLandLTheirLSvRSLrctiveLxrapheneL
tomplexesZLPolycyclicpAromaticpCompoundsXL2020XLaYaa

1.3 6

61
 odelingLtheLstructuralLandLreactivityLpropertiesLofLhydrazonoLmethylYdyYchromenYdYoneL
derivativesYwavefunctionYdependentLpropertiesXLmolecularLdockingXLandLdynamicsLsimulationL
studiesZLJournalpofpMolecularpModelingXL2021XLbgXLahf

2 6

60
SpectroscopicLinvestigationsXLconcentrationLdependentLSvRSXLandLmolecularLdockingLstudiesLofLaL
benzoicLacidLderivativeZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularpSpectroscopyXL2021
XLbdhXLaaibfe

4.4 6

59 ReactivityLpropertiesLandLadsorptionLbehaviorLofLaLtriazoleLderivativeLâ��LuwTLandL uLsimulationL
studiesZLJournalpofpMolecularpLiquidsXL2021XLcdaXLaagdci 6 6

58
vvidenceLofLclusterLformationLofLcroconicLacidLwithLrgXLruLandLtuLcagesXLenhancementLofLelectronicL
propertiesLandLRamanLactivityZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularp
SpectroscopyXL2022XLbfdXLab]bcc

4.4 6

57
SpectroscopicLandLreactiveLpropertiesLofLaLnewlyLsynthesizedLquinazolineLderivativekLtombinedL
experimentalXLuwTXLmolecularLdynamicsLandLdockingLstudyZLJournalpofpMolecularpStructureXL2017XL
aacdXLhfcYhha

3.4 5

56 UnderstandingLreactivityLofLaLtriazoleLderivativeLandLitsLinteractionLwithLgrapheneLandL
doped[undopedYcoroneneYaLuwTLstudyZLJournalpofpBiomolecularpStructurepandpDynamicsXL2020XLaYaa 3.6 5

(2020-2019)
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55 uwTLandL uLsimulationsLandLmolecularLdockingLofLcoYcrystalsLofLoctafluoroYaXdYdiiodobutaneLwithL
phenazineLandLacridineZLStructuralpChemistryXL2020XLcaXLbebeYbeca 1.8 5

54 znvestigationLofLtheLreactivityLpropertiesLofLaLthioureaLderivativeLwithLanticancerLactivityLbyLuwTL
andL uLsimulationsZLJournalpofpMolecularpModelingXL2021XLbgXLbag 2 5

53
tonformationalLanalysisLandLquantumLdescriptorsLofLtwoLbifonazoleLderivativesLofLimmenseL
antiYtuberLpotentialLbyLusingLvibrationalLspectroscopyLandLmolecularLdockingLstudiesZLStructuralp
ChemistryXL2021XLcbXLheiYhfg

1.8 5

52 znvestigationLofLreactiveLandLspectroscopicLpropertiesLofLoxobutanoicLacidLderivativekLtombinedL
spectroscopicXLuwTXL uLandLdockingLstudyZLJournalpofpMolecularpStructureXL2017XLaadhXLbffYbge 3.4 4

51 rdsorptionLofLaLthioneLbioactiveLderivativeLoverLdifferentLsilver[goldLclustersLYLuwTLinvestigationsZL
ComputationalpandpTheoreticalpChemistryXL2021XLab]gXLaacdig 2 4

50
TheoreticalLmodelLstudyLofLadsorbedLantimalarialYgrapheneLdimerskLdopingLeffectsXLphotophysicalL
parametersXLintermolecularLinteractionsXLedgeLadsorptionXLandLSvRSZLJournalpofpBiomolecularp
StructurepandpDynamicsXL2021XLaYab

3.6 4

49 StructuralLTStYXRuUXLspectroscopicXLuwTXL uLinvestigationsLandLmolecularLdockingLstudiesLofLaL
hydrazoneLderivativeZLChemicalpDatapCollectionsXL2020XLc]XLa]]ehh 2.1 4

48 −ptoelectronicLpropertiesLofLtheLnewlyLdesignedLaXcXeYtriazineLderivativesLwithLisatinXLchalconeLandL
acridoneLmoietiesZLComputationalpandpTheoreticalpChemistryXL2021XLaaigXLaacaf] 2 4

47
tomputationalLStudyLofLSorbicLrcidLurugLrdsorptionLontoLtoronene[wullerene[wullereneY–ikeL
XabYabLTXLnLrlXLsLandLYLnL·XLPUL·anocageskLuwTLandL olecularLuockingLznvestigationsZLJournalpofp
ClusterpScienceXa

3 4

46
 olecularLdockingXLuwTLanalysisXLandLdynamicsLsimulationLofLnaturalLbioactiveLcompoundsL
targetingLrtvbLandLT PRSSbLdualLbindingLsitesLofLspikeLproteinLofLSrRSLtoVYbZLJournalpofp
MolecularpLiquidsXL2021XLcdbXLaafidb

6 4

45 TheoreticalLinvestigationLonLtheLadsorptionLofLmelamineLinLrlab[sabY·ab[PabLfullereneYlikeL
nanocageskLaLplatformLforLultrasensitiveLdetectionLofLmelamineZLChemicalpPapersXa 1.9 4

44 zRXLRamanLandLuwTLtalculationsLofLeXfYbenzoYbYpyroneZLOrientalpJournalpofpChemistryXL2012XLbhXLa]gaYa]ge0.8 3

43 znvestigationLofLreactiveLpropertiesLofLanLantiviralLazatricycloLderivativeâ��}uwTXL uLandLdockingL
simulationsZLJournalpofpMolecularpStructureXL2021XLabc]XLabiicg 3.4 3

42 toncentrationYdependentLSvRSLprofileLofLolanzapineLonLsilverLandLsilverYgoldLmetallicLsubstratesZL
ChemicalpPapersXL2021XLgeXLf]eiYf]gb 1.9 3

41 uwTLofLeYwluoroYbY−xoYayYPyrazineYcYtarboxamideLT−PtULrdsorptionXLSpectroscopicXLSolventL
vffectXLandLSvRSLrnalysisZLJournalpofpMolecularpLiquidsXL2022XLcegXLaai]gf 6 3

40 TheoreticalLStudiesLintoLtheLSpectralLtharacteristicsXLsiologicalLrctivityXLandLPhotovoltaicLtellL
vfficiencyLofLwourL·ewLPolycyclicLrromaticLthalconesZLPolycyclicpAromaticpCompoundsXL2020XLaYae 1.3 2

39
rdsorptionLpropertiesLofLdacarbazineLwithLgraphene[fullerene[metalLnanocagesLYLReactivityXL
spectroscopicLandLSvRSLanalysisZLSpectrochimicapActap-pPartpA:pMolecularpandpBiomolecularp
SpectroscopyXL2021XLab]fgg

4.4 2

38 SpectroscopicLinvestigationsXLconcentrationLdependentLSvRSXLandLmolecularLdockingLstudiesLofLaL
hydroxybenzylideneLderivativeZLJournalpofpBiomolecularpStructurepandpDynamicsXL2021XLaYac 3.6 2

Y Sheena Mary
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37
tonformationalLrnalysisXLSpectroscopicLznsightsXLthemicalLuescriptorsXLv–wXL–−–LandL olecularL
uockingLStudiesLofLPotentialLPyrimidineLuerivativeLwithLsiologicalLrctivitiesZLPolycyclicpAromaticp
CompoundsXaYaa

1.3 2

36
znvestigationLofLreactiveLpropertiesXLadsorptionLonLfullereneXLuwTXLmolecularLdynamicsLsimulationL
ofLanLanthraceneLderivativeLtargetingLdihydrofolateLreductaseLandLhumanLdUTPaseZLJournalpofp
BiomolecularpStructurepandpDynamicsXL2021XLaYa]

3.6 2

35  uXLuwTLznvestigationsLandLznhibitionLofLtheL·ovelLSrRSYLtoVYbL ainproteaseLinLThreeLtocrystalsL
ofLyydrochloroYLthiazideZLAnalyticalpChemistrypLettersXL2021XLaaXLde]Ydfh 1 2

34
SpectroscopicLandLTheoreticalLStudiesLofLPotentialLrntiYznflammatoryLPolycyclicLrromaticL
wluorophenylLSubstitutedLrcyclicLandLyeterocyclicLrnaloguesLSynthesizedLfromL
dXdpYuifluorophenylchalconeZLPolycyclicpAromaticpCompoundsXL2019XLaYac

1.3 2

33 SpectroscopicLandLcomputationalLstudyLofLchromoneLderivativesLwithLantitumorLactivitykLdetailedL
uwTXLQTrz LandLdockingLinvestigationsZLSNpAppliedpSciencesXL2021XLcXLa 1.8 2

32 uwTLanalysisLofLvalproicLacidLadsorptionLontoLrl[sY·[PLnanocagesLwithLsolventLeffectsZZLJournalpofp
MolecularpModelingXL2022XLbhXLih 2 2

31
rLfoundationalLtheoreticalrlvTvLnL·XLPULadsorptionLandLquinoloneLdockingLstudykLcageYquinoloneL
pairsXLopticsLandLpossibleLtherapeuticLandLdiagnosticLapplicationsZZLJournalpofpBiomolecularpStructurep
andpDynamicsXL2022XLaYag

3.6 2

30 VibrationalLSpectroscopicLandLwirstLyyperpolarizabilityLStudyLofL
aYchloroYbYmethylYbYphenylpropaneZLMaterialpSciencepResearchpIndiaXL2012XLiXLaeiYafd 1 1

29 SpectroscopicLandLuwTLinvestigationsLofLhYhydroxyLquinolineYeYsulfonicL
acidYeYchloroYhYhydroxyquinolineLcocrystalZLChemicalpPapersXL2021XLgeXLcchgYccii 1.9 1

28 siologicalLperspectiveLofLaLtriazineLderivativeLwithLisatin[chalcone[acridonekLuwTLandLdockingL
investigationsZLStructuralpChemistryXL2021XLcbXLaiYbf 1.8 1

27 UtilizationLofL−[SYdopedLgrapheneLnanoclustersLforLultrasensitiveLdetectionLofLfluraneL
derivativesYuwTLinvestigationsZLJournalpofpBiomolecularpStructurepandpDynamicsXL2021XLaYh 3.6 1

26 xenomicLvariationLandLpointLmutationsLanalysisLofLzndianLt−VzuYaiLpatientLsamplesLsubmittedLinL
xzSrzuLdatabaseZLJournalpofpthepIndianpChemicalpSocietyXL2021XLihXLa]]aef 1

25
SurfaceLenhancedLRamanLscatteringLinvestigationLofLpioglitazoneLonLsilverLandLsilverYgoldLmetalL
substratesLâ��LvxperimentalLanalysisLandLtheoreticalLmodelingZLJournalpofpMolecularpStructureXL2021XL
abddXLac]iib

3.4 1

24
tonformationalXLReactivityLrnalysisXLWavefunctionYsasedLPropertiesXL olecularLuockingLandL
SimulationsLofLaLsenzamideLuerivativeLwithLPotentialLrntitumorLrctivityYuwTLandL uLSimulationsZL
PolycyclicpAromaticpCompoundsXaYag

1.3 1

23 QuantumL echanicalLznvestigationLintoLtheLrdsorptionLPatternLofLtlomipramineLandL
 ethotrimeprazineLytlLwithLxrapheneLandLwullereneZLPolycyclicpAromaticpCompoundsXaYad 1.3 1

22 SpectroscopicXLSolvationLvffectsLandL uLSimulationLofLanLrdamantaneYtarbohydrazideLuerivativeXL
aLPotentialLrntiviralLrgentZLPolycyclicpAromaticpCompoundsXaYae 1.3 1

21 tomputationalLStudyLofLwurosemideYPiperazineLTwSLâ��LPZULandLbXcXeXfYtetramethylpyrazineLTwSYTPUL
toYtrystalsZLJournalpofpMolecularpLiquidsXL2022XLaaiecg 6 1

20 rdsorptionLofLuiospyrinLonLtheLsurfaceLofLtt[rl·[rlP[xa·L·anotubeskLrLuwTLinvestigationZLJournalp
ofpMolecularpLiquidsXL2022XLcf]XLaaidgb 6 1

(2022-)
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19 UnderstandingLtheLmechanismLofLthioguanineSsLbindingLtoLrgfLandLbimetallicLTrgcâ��rucLandL
rgcâ��tucULclustersZLJournalpofpMolecularpStructureXL2022XLabfeXLaccdae 3.4 1

18 TheoreticalLznsightsLintoLtheLSolvationXLvlectronicXLthemicalLPropertiesLandL olecularLuockingLofL
SomeLThiazoleLuerivativesZLPolycyclicpAromaticpCompoundsXaYaa 1.3 0

17 uwTLtonformationalXLWavefunctionLsasedLReactivityLrnalysisXLuockingLandL uLSimulationsLofLaL
tarboxamideLuerivativeLwithLPotentialLrnticancerLrctivityZLPolycyclicpAromaticpCompoundsXaYab 1.3 0

16 TheoreticalLandLexperimentalLinvestigationLofLaLpyrazoleLderivativeYLsolvationLeffectsXLreactivityL
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