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132
sMcomputationalMstudyMofMpolydimethylsiloxaneMderivativesMasMaMsemiZpermeableMmembraneMforM
inZfieldMidentificationMofMnaphthenicMacidsMinMwaterMusingMportableMmassMspectrometry[MJournaliofi
MoleculariLiquidsYM2022YMdfbYMbbigfh

6 0

131 LinkingMazolesMtoMisoniazidMviaMhydrazoneMbridgelMSynthesisYMcrystalMstructureMdeterminationYM
antitubercularMevaluationMandMcomputationalMstudies[MJournaliofiMoleculariLiquidsYM2022YMdfeYMbbiihd 6 1

130
SpectroscopicMinvestigationsYMvxTMcalculationsYMmolecularMdockingMandM₂vMsimulationsMofM
dZ[UeZuarboxyphenylVMcarbamoyl]ZeZhydroxyZcZoxoZbYMcZdihydroxyMquinolineZgZcarboxylicMacid[M
JournaliofiMoleculariStructureYM2022YMbdddbf

3.4

129 uomprehensiveMStudyMofMtheMuhemistryMbehindMtheMStabilityMofMuarboxylicMSWu₃TMvispersionsMinMtheM
vevelopmentMofMaMTransparentMwlectrode[MNanomaterialsYM2022YMbcYMbkab 5.4 0

128 PbSeMsensitizedMwithMiodineMandMoxygenlMaMcombinedMcomputationalMandMexperimentalMstudy[M
JournaliofiAlloysiandiCompoundsYM2021YMbgdbbk 5.7 2

127 βptoelectronicMpropertiesMofMtheMnewlyMdesignedMbYdYfZtriazineMderivativesMwithMisatinYMchalconeMandM
acridoneMmoieties[MComputationaliandiTheoreticaliChemistryYM2021YMbbkhYMbbdbga 2 4

126 urystalMstructureMdeterminationMandMcomputationalMstudiesMofMbYeZdihydropyridineMderivativesMasM
selectiveMTZtypeMcalciumMchannelMblockers[MJournaliofiMoleculariStructureYM2021YMbcdaYMbckiki 3.4 1

125 –nvestigationMofMreactiveMpropertiesMofManMantiviralMazatricycloMderivativeâ��KvxTYM₂vMandMdockingM
simulations[MJournaliofiMoleculariStructureYM2021YMbcdaYMbckkdh 3.4 3

124 wxperimentalMandMcomputationalMstudyMofMhydrolysisMandMphotolysisMofMantibioticMceftriaxonelM
vegradationMkineticsYMpathwaysYMandMtoxicity[MScienceiofitheiTotaliEnvironmentYM2021YMhgiYMbeekkb 10.2 10

123
uoncentrationMandMsolventMdependentMSwRSYMvxTYM₂vMsimulationsMandMmolecularMdockingMstudiesMofM
aMthioxothiazolidineMderivativeMwithMantimicrobialMproperties[MJournaliofiMoleculariLiquidsYM2021YM
dckYMbbffic

6 9

122
–nvestigationMofMreactiveMpropertiesYMadsorptionMonMfullereneYMvxTYMmolecularMdynamicsMsimulationM
ofManManthraceneMderivativeMtargetingMdihydrofolateMreductaseMandMhumanMdUTPase[MJournaliofi
BiomoleculariStructureiandiDynamicsYM2021YMbZba

3.6 2

121 –nvestigationMofMtheMreactivityMpropertiesMofMaMthioureaMderivativeMwithManticancerMactivityMbyMvxTM
andM₂vMsimulations[MJournaliofiMoleculariModelingYM2021YMchYMcbh 2 5

120
TheoreticalMStudiesMonMtheMStructureMandMVariousMPhysicoZuhemicalMandMtiologicalMPropertiesMofMaM
TerphenylMverivativeMwithM–mmenseMsntiZProtozoanMsctivity[MPolycycliciAromaticiCompoundsYM2021YM
ebYMicfZiea

1.3 37

119 tiomassMwasteMutilizationMforMadsorbentMpreparationMinMuβcMcaptureMandMsustainableMenvironmentM
applications[MSustainableiEnergyiTechnologiesiandiAssessmentsYM2021YMegYMbabcii 4.7 4

118 StabilityMandMreactivityMstudyMofMbioZmoleculesMbrucineMandMcolchicineMtowardsMelectrophileMandM
nucleophileMattackslM–nsightMfromMvxTMandM₂vMsimulations[MJournaliofiMoleculariLiquidsYM2021YMddfYMbbgbkc6 22

117 –nvestigationMofMPharmaceuticalM–mportanceMofMczZPyranZcZβneMsnaloguesMviaMuomputationalM
spproaches[MSymmetryYM2021YMbdYMbgbk 2.7 1

116 StructuralYMantioxidantYMantiproliferativeMandMinZsilicoMstudyMofMpyridineZbasedM
hydrazonylZselenazolesMandMtheirMsulphurMisosteres[MJournaliofiMoleculariStructureYM2021YMbceaYMbdafbc 3.4 5
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115
TheMroleMofMenvironmentalMwatersMionicMcompositionMandMUVâ��LwvMradiationMonMphotodegradationYM
mineralizationMandMtoxicityMofMcommonlyMusedM˛†Zblockers[MJournaliofiMoleculariStructureYM2021YM
bcekYMbdbfhk

3.4 2

114 ReactivityMpropertiesMandMadsorptionMbehaviorMofMaMtriazoleMderivativeMâ��MvxTMandM₂vMsimulationM
studies[MJournaliofiMoleculariLiquidsYM2021YMdebYMbbhedk 6 6

113 SumaneneMasMaMdeliveryMsystemMforMfZfluorouracilMdrugMâ��MvxTYMSsPTMandM₂vMstudy[MJournaliofi
MoleculariLiquidsYM2021YMdecYMbbhfcg 6 4

112 UnprecedentedMcopperU––VMcoordinationMinducedMnucleophilicMcleavageMofMaMquinoxalineMheterocyclelM
structuralMandMcomputationalMstudies[MCrystEngCommYM2021YMcdYMfahiZfaig 3.3 1

111
–ndoleMmoietyMinducedMbiologicalMpotencyMinMpseudoZpeptidesMderivedMfromM
cZaminoZcZUbzZindoleZcZylVMbasedMacetamideslMuhemicalMsynthesisYMin´ vitroManticancerMactivityMandM
theoreticalMstudies[MJournaliofiMoleculariStructureYM2020YMbcbhYMbcieef

3.4 4

110 wlectronicMstructureMofMyttriumZdopedMzincMferriteMâ��M–nsightsMfromMexperimentMandMtheory[MJournaliofi
AlloysiandiCompoundsYM2020YMiecYMbffhae 5.7 7

109 TumoricidalMPotentialMofM₃ovelMsminoZbYbaZphenanthrolineMverivedM–mineMLigandslMuhemicalM
PreparationYMStructureYMandMtiologicalM–nvestigations[MMoleculesYM2020YMcfYM 4.8 2

108
KineticsYMmechanismMandMtoxicityMofMintermediatesMofMsolarMlightMinducedMphotocatalyticMdegradationM
ofMpindolollMwxperimentalMandMcomputationalMmodelingMapproach[MJournaliofiHazardousiMaterialsYM
2020YMdkdYMbcceka

12.8 9

107
zybridMandMbioactiveMcocrystalsMofMpyrazinamideMwithMhydroxybenzoicMacidslMvetailedMstudyMofM
structureYMspectroscopicMcharacteristicsYMotherMpotentialMapplicationsMandMnoncovalentMinteractionsM
usingMSsPT[MJournaliofiMoleculariStructureYM2020YMbcacYMbchdbg

3.4 32

106
SpectralMcharacterizationYMthermochemicalMstudiesYMperiodicMSsPTMcalculationsMandMdetailedM
quantumMmechanicalMprofilingMvariousMphysicoZchemicalMpropertiesMofMdYeZdichlorodiuron[M
SpectrochimicaiActaiwiPartiA:iMoleculariandiBiomoleculariSpectroscopyYM2020YMcciYMbbhfia

4.4 18

105
wxperimentalMandMcomputationalManalysisMofM
bZUeZchloroZdZnitrophenylVZdZUdYeZdichlorophenylVthiourea[MJournaliofiMoleculariStructureYM2020YM
bcafYMbchfih

3.4 29

104 StructuralYMbiologicalMandMinZsilicoMstudyMofMquinolineZbasedMchalcogensemicarbazones[MJournaliofi
MoleculariStructureYM2020YMbcadYMbcheic 3.4 5

103 ₂odelingMofMfundamentalMelectronicMcircuitsMbyMtheMwulerMmethodMusingMtheMPythonMprogrammingM
language[MPhysicsiEducationYM2020YMffYMaffabg 0.8 1

102 UnderstandingMreactivityMofMaMtriazoleMderivativeMandMitsMinteractionMwithMgrapheneMandM
doped]undopedZcoroneneZaMvxTMstudy[MJournaliofiBiomoleculariStructureiandiDynamicsYM2020YMbZbb 3.6 5

101 QuinolineMderivativesMasMpossibleMleadMcompoundsMforMantiZmalarialMdrugslMSpectroscopicYMvxTMandM
₂vMstudy[MArabianiJournaliofiChemistryYM2020YMbdYMgdcZgei 5.9 71

100 sMvxTMandM₂vMstudyMofMreactiveYMzcMadsorptionMandMoptoelectronicMpropertiesMofMgraphaneM
nanoparticlesMâ��MsnMinfluenceMofMboronMdoping[MMaterialsiChemistryiandiPhysicsYM2020YMcebYMbccdck 4.4 9

99
wxploringMtheMdetailedMspectroscopicMcharacteristicsYMchemicalMandMbiologicalMactivityMofMtwoM
cyanopyrazineZcZcarboxamideMderivativesMusingMexperimentalMandMtheoreticalMtools[MSpectrochimicai
ActaiwiPartiA:iMoleculariandiBiomoleculariSpectroscopyYM2020YMcceYMbbhebe

4.4 53

98
₂olecularMstructureYMoptoelectronicMpropertiesYMspectroscopicMUxTZ–RYMxTZRamanMandMUVâ��VisVYMzZtvwYM
₃tβMandMdrugMlikenessMinvestigationsMonMhYMiZbenzocoumarinZeZaceticMacidMUhtssV[MJournaliofi
MoleculariStructureYM2019YMbbkfYMibfZicg

3.4 17
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97
uomputationalMevaluationMofMtheMreactivityMandMpharmaceuticalMpotentialMofManMorganicMaminelMsM
vxTYMmolecularMdynamicsMsimulationsMandMmolecularMdockingMapproach[MSpectrochimicaiActaiwiPartiA:i
MoleculariandiBiomoleculariSpectroscopyYM2019YMcccYMbbhbii

4.4 31

96
snManalysisMofMstructuralMandMspectroscopicMsignaturesYMtheMreactivityMstudyMofMsynthetizedM
eYgZdichloroZcZUmethylsulfonylVpyrimidinelMsMpotentialMthirdZorderMnonlinearMopticalMmaterial[M
JournaliofiMoleculariStructureYM2019YMbbigYMcgdZchf

3.4 17

95 vesignYMsynthesisMandMcomputationalManalysisMofMnovelMacridineZUsulfadiazine]sulfathiazoleVMhybridsM
asMantibacterialMagents[MJournaliofiMoleculariStructureYM2019YMbbigYMdkZek 3.4 10

94 SynthesisYMconformationalYMcharacterizationMandMreactivityMstudyMofM
bYhZbisUeZbromophenylVheptaneZbYhZdione[MJournaliofiMoleculariStructureYM2019YMbbhfYMcgkZchk 3.4 14

93 PotentialMofMSumaneneM₂odifiedMwithMtoronMandM₃itrogenMstomsMforMsdsorptionMofMuarbonMvioxidelM
vxTMandMSsPTMStudy[MProceedingsirmdpisYM2019YMbfYMci 0.3

92 UnderstandingMhowMyttriumMdopingMinfluencesMtheMpropertiesMofMnickelMferriteMâ��MuombinedM
experimentalMandMcomputationalMstudy[MCeramicsiInternationalYM2019YMefYMcackaZcackg 5.1 6

91 xullereneMuMasMaMpotentialMcarrierMofMephedrineMdrugMZMaMcomputationalMstudyMofMinteractionsMandM
influenceMofMtemperature[MPhysicaliChemistryiChemicaliPhysicsYM2019YMcbYMcddckZcdddh 3.6 13

90 SpectroscopicYMantimicrobialMandMcomputationalMstudyMofMnovelMbenzoxazoleMderivative[MJournaliofi
MoleculariStructureYM2019YMbbhgYMiibZike 3.4 14

89
SynthesisYMspectroscopicMcharacterizationYMreactiveMpropertiesMbyMvxTMcalculationsYMmolecularM
dynamicsMsimulationsMandMbiologicalMevaluationMofMSchiffMbasesMtetheredMbYcYeZtriazoleMandMpyrazoleM
rings[MJournaliofiMoleculariStructureYM2019YMbbhhYMehZfe

3.4 44

88 PhotophysicalMpropertiesMandMtheoreticalMinvestigationsMofMnewlyMsynthesizedMpyreneZnaphthaleneM
basedMSchiffMbaseMligandMandMitsMcopperU––VMcomplexes[MInorganicaiChimicaiActaYM2019YMeigYMgkiZhad 2.7 7

87
SynthesisMandMspectroscopicMstudyMofMtwoMnewMpyrazoleMderivativesMwithMdetailedMcomputationalM
evaluationMofMtheirMreactivityMandMpharmaceuticalMpotential[MJournaliofiMoleculariStructureYM2019YM
bbibYMfkkZgbc

3.4 44

86
StructuralYMspectroscopicMcharacterizationMofMcZUfZmethylZbZbenzofuranZdZylVMaceticMacidMinM
monomerYMdimerMandMidentificationMofMspecificMreactiveYMdrugMlikenessMpropertieslMwxperimentalMandM
computationalMstudy[MJournaliofiMoleculariStructureYM2019YMbbhiYMbZbh

3.4 25

85 wfficiencyMofMLaZdopedMTiβcMcalcinedMatMdifferentMtemperaturesMinMphotocatalyticMdegradationMofM
˛†Zblockers[MArabianiJournaliofiChemistryYM2019YMbcYMfdffZfdgk 5.9 44

84 –nteractionsMofMSchiffMbaseMcompoundsMandMtheirMcoordinationMcomplexesMwithMtheMdrugMcisplatin[M
NewiJournaliofiChemistryYM2018YMecYMfideZfied 3.6 19

83
StructuralMandMspectroscopicMcharacterizationYMreactivityMstudyMandMchargeMtransferManalysisMofMtheM
newlyMsynthetizedMcZUgZhydroxyZbZbenzofuranZdZylVMaceticMacid[MJournaliofiMoleculariStructureYM2018YM
bbgcYMibZkf

3.4 11

82
SpectroscopicManalysisMandMmolecularMdockingMofMimidazoleMderivativesMandMinvestigationMofMitsM
reactiveMpropertiesMbyMvxTMandMmolecularMdynamicsMsimulations[MJournaliofiMoleculariStructureYM
2018YMbbfiYMbfgZbhf

3.4 41

81 UnderstandingMreactivityMofMtwoMnewlyMsynthetizedMimidazoleMderivativesMbyMspectroscopicM
characterizationMandMcomputationalMstudy[MJournaliofiMoleculariStructureYM2018YMbbfiYMbhgZbkg 3.4 49

80 sdsorptionMpropertiesMofMgrapheneMtowardsMtheMephedrineMâ��MsMfrequentlyMusedMmoleculeMinMsport[M
ComputationaliandiTheoreticaliChemistryYM2018YMbbceYMdkZfa 2 7
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79 uomplexesMofMZnU––VMandMudU––VMwithMcZacetylpyridineMZaminoguanidineMâ��MSynthesesYMstructuresMandM
vxTMcalculations[MInorganicaiChimicaiActaYM2018YMehdYMbgaZbgi 2.7 5

78
SpectroscopicMcharacterizationMofMhydroxyquinolineMderivativesMwithMbromineMandMiodineMatomsMandM
theoreticalMinvestigationMbyMvxTMcalculationsYM₂vMsimulationsMandMmolecularMdockingMstudies[M
JournaliofiMoleculariStructureYM2018YMbbghYMkfZbag

3.4 13

77
SynthesisYMspectroscopicManalysesYMchemicalMreactivityMandMmolecularMdockingMstudyMandM
antiZtubercularMactivityMofMpyrazineMandMcondensedMoxadiazoleMderivatives[MJournaliofiMoleculari
StructureYM2018YMbbgeYMefkZegk

3.4 14

76
SpectroscopicMcharacterizationMofMiZhydroxyZfZnitroquinolineMandMfZchloroZiZhydroxyMquinolineMandM
investigationMofMitsMreactiveMpropertiesMbyMvxTMcalculationsMandMmolecularMdynamicsMsimulations[M
JournaliofiMoleculariStructureYM2018YMbbgeYMfcfZfdi

3.4 11

75 uombinedMspectroscopicYMvxTYMTvZvxTMandM₂vMstudyMofMnewlyMsynthesizedMthioureaMderivative[M
JournaliofiMoleculariStructureYM2018YMbbffYMbieZbkf 3.4 16

74 SynthesisYMcharacterizationMandMcomputationalMstudyMofMtheMnewlyMsynthetizedMsulfonamideM
molecule[MJournaliofiMoleculariStructureYM2018YMbbfdYMcbcZcck 3.4 22

73 sMcompleteMcomputationalMandMspectroscopicMstudyMofMcZbromoZbYMeZdichlorobenzeneMâ��MsMfrequentlyM
usedMbenzeneMderivative[MJournaliofiMoleculariStructureYM2018YMbbfbYMcefZcff 3.4 24

72
SynthesisMandMspectroscopicMstudyMofMthreeMnewMoxadiazoleMderivativesMwithMdetailedMcomputationalM
evaluationMofMtheirMreactivityMandMpharmaceuticalMpotential[MJournaliofiMoleculariStructureYM2018YM
bbhdYMegkZeia

3.4 70

71
₂olecularMdynamicMsimulationsYMsL–wMsurfaceYMxukuiMfunctionsMgeometricalYMmolecularMdockingMandM
vibrationalMspectraMstudiesMofMtetraMchloroMpMandMmZxylene[MJournaliofiMoleculariStructureYM2018YM
bbhbYMcfdZcgh

3.4 27

70
VibrationalMandMelectronicMabsorptionMspectroscopicMprofilingYMnaturalMhybridMorbitalYMchargeM
transferYMelectronMlocalizationMfunctionMandMmolecularMdockingManalysisMonMdZaminoZdZUcZnitrophenylVM
propionicMacid[MJournaliofiMoleculariStructureYM2018YMbbhbYMhddZheg

3.4 17

69
eZ[UeZacetylphenylVamino]ZcZmethylideneZeZoxobutanoicMacidYMaMnewlyMsynthesizedMamideMwithM
hydrophilicMandMhydrophobicMsegmentslMSpectroscopicMcharacterizationMandMinvestigationMofMitsM
reactiveMproperties[MJournaliofitheiSerbianiChemicaliSocietyYM2018YMidYMbZbi

0.9 10

68
SynthesisYMspectroscopicManalysesMUxTZ–RMandM₃₂RVYMvibrationalMstudyYMchemicalMreactivityMandM
molecularMdockingMstudyMandMantiZtubercularMactivityMofMcondensedMoxadiazoleMandMpyrazineM
derivatives[MJournaliofiMoleculariStructureYM2018YMbbfgYMgfhZghe

3.4 13

67 SpectroscopicManalysisMofMiZhydroxyquinolineMderivativesMandMinvestigationMofMitsMreactiveMpropertiesM
byMvxTMandMmolecularMdynamicsMsimulations[MJournaliofiMoleculariStructureYM2018YMbbfgYMddgZdeh 3.4 32

66
PhotocatalyticMdegradationMofMeZaminoZgZchlorobenzeneZbYdZdisulfonamideMstableMhydrolysisM
productMofMhydrochlorothiazidelMvetectionMofMintermediatesMandMtheirMtoxicity[MEnvironmentali
PollutionYM2018YMcddYMkbgZkce

9.3 19

65 SynthesisYMcharacterizationMandMcomputationalMstudiesMofMsemicarbazideMderivative[MJournaliofi
MoleculariLiquidsYM2018YMchcYMeibZekf 6 27

64
SpectroscopicMprofilingMUxTZ–RYMxTZRamanYM₃₂RMandMUVZVisVYMautoxidationMmechanismMUzZtvwVMandM
molecularMdockingMinvestigationMofMdZUeZchlorophenylVZ₃Y₃ZdimethylZdZpyridinZcZylpropanZbZamineM
byMvxT]TvZvxTMandMmolecularMdynamicslMsMpotentialMSSR–Mdrug[MComputationaliBiologyiandi
ChemistryYM2018YMhhYMbdbZbef

3.6 19

63 RemarkableMcolorimetricMsensingMbehaviorMofMpyrazoleZbasedMchemosensorMtowardsMuuUiiVMionM
detectionlMsynthesisYMcharacterizationMandMtheoreticalMinvestigations[[MRSCiAdvancesYM2018YMiYMbiacdZbiack3.7 18

62 TwoMnovelMimidazoleMderivativesMâ��MuombinedMexperimentalMandMcomputationalMstudy[MJournaliofi
MoleculariStructureYM2018YMbbhdYMccbZcdk 3.4 10

(2018-2018)
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61
SynthesisMofMfZUfZmethylZbenzofuranZdZylmethylVZdzZM[bYMdYMe]MoxadiazoleZcZthioneMandMinvestigationM
ofMitsMspectroscopicYMreactivityYMoptoelectronicMandMdrugMlikenessMpropertiesMbyMcombinedM
computationalMandMexperimentalMapproach[MSpectrochimicaiActaiwiPartiA:iMoleculariandiBiomoleculari
SpectroscopyYM2018YMcafYMkfZbba

4.4 35

60
–nvestigationMofMspectroscopicYMreactiveYMtransportMandMdockingMpropertiesMofM
bZUdYeZdichlorophenylVZdZ[dZUtrifluoromethylVphenyl]thioureaMUs₃xZgVlMuombinedMexperimentalMandM
computationalMstudy[MJournaliofiMoleculariStructureYM2017YMbbdeYMggiZgia

3.4 25

59
SpectroscopicMandMreactiveMpropertiesMofMaMnewlyMsynthesizedMquinazolineMderivativelMuombinedM
experimentalYMvxTYMmolecularMdynamicsMandMdockingMstudy[MJournaliofiMoleculariStructureYM2017YM
bbdeYMigdZiib

3.4 5

58
SynthesisYMcrystalMstructureYMzirshfeldMsurfaceManalysisYMspectroscopicMcharacterizationYMreactivityM
studyMbyMvxTMandM₂vMapproachesMandMmolecularMdockingMstudyMofMaMnovelMchalconeMderivative[M
JournaliofiMoleculariStructureYM2017YMbbdfYMcdeZceg

3.4 5

57 ₃ewlyMsynthesizedMdihydroquinazolineMderivativeMfromMtheMaspectMofMcombinedMspectroscopicMandM
computationalMstudy[MJournaliofiMoleculariStructureYM2017YMbbdeYMibeZich 3.4 10

56 ₃ewMquinoloneMderivativelMSpectroscopicMcharacterizationMandMreactivityMstudyMbyMvxTMandM₂vM
approaches[MJournaliofiMoleculariStructureYM2017YMbbdfYMbZbe 3.4 13

55 TowardsMtheMnewMheterocycleMbasedMmoleculelMSynthesisYMcharacterizationMandMreactivityMstudy[M
JournaliofiMoleculariStructureYM2017YMbbdhYMfikZgaf 3.4 9

54
SynthesisYMXRvMcrystalMstructureYMspectroscopicMcharacterizationYMlocalMreactiveMpropertiesMusingMvxTM
andMmolecularMdynamicsMsimulationsMandMmolecularMdockingMstudyMofM
UwVZbZUeZbromophenylVZdZUeZUtrifluoromethoxyVphenylVpropZcZenZbZone[MJournaliofiMoleculari
StructureYM2017YMbbdhYMebkZeda

3.4 9

53
xTZ–RMandMxTZRamanMcharacterizationMandMinvestigationMofMreactiveMpropertiesMofM
₃ZUdZiodoZeZmethylphenylVpyrazineZcZcarboxamideMbyMmolecularMdynamicsMsimulationsMandMvxTM
calculations[MJournaliofiMoleculariStructureYM2017YMbbdgYMbeZce

3.4 17

52 ₂odificationMofMbenzoxazoleMderivativeMbyMbromineZspectroscopicYMantibacterialMandMreactivityMstudyM
usingMexperimentalMandMtheoreticalMprocedures[MJournaliofiMoleculariStructureYM2017YMbbebYMekfZfbb 3.4 36

51
SynthesisYMcrystalMstructureManalysisYMmolecularMdockingMstudiesMandMdensityMfunctionalMtheoryM
predictionsMofMtheMlocalMreactiveMpropertiesMandMdegradationMpropertiesMofMaMnovelMhalochalcone[M
JournaliofiMoleculariStructureYM2017YMbbeeYMcegZcfd

3.4

50
TheoreticalMinvestigationMonMtheMreactivityMandMphotophysicalMpropertiesMofMcobaltU––VMandM
manganeseU––VMcomplexesMconstructedMusingMSchiffMbaseMligandsMbasedMonMsL–wMandMTvvxTM
calculations[MPolyhedronYM2017YMbckYMbebZbei

2.7 4

49
–nsightMintoMtheMreactiveMpropertiesMofMnewlyMsynthesizedMbYcYeZtriazoleMderivativeMbyMcombinedM
experimentalMUxTZ–RMandMxRZRamanVMandMtheoreticalMUvxTMandM₂vVMstudy[MJournaliofiMoleculari
StructureYM2017YMbbebYMfecZffa

3.4 11

48 –nvestigationMofMbYcYdZtrialkylimidazoliumMionicMliquidslMexperimentMandMdensityMfunctionalMtheoryM
calculations[MNewiJournaliofiChemistryYM2017YMebYMgfaZgga 3.6 9

47
SynthesisYMcrystalMstructureManalysisYMspectralMinvestigationsYMvxTMcomputationsMandMmolecularM
dynamicsMandMdockingMstudyMofMeZbenzylZfZoxomorpholineZdZcarbamideYMaMpotentialMbioactiveMagent[M
JournaliofiMoleculariStructureYM2017YMbbdeYMcfZdk

3.4 12

46 UncommonMstructureMmaking]breakingMbehaviourMofMcholiniumMtaurateMinMwater[MJournaliofiChemicali
ThermodynamicsYM2017YMbahYMfiZge 2.9 6

45
SpectroscopicYMvxTYMmolecularMdynamicsMandMmolecularMdockingMstudyMofM
bZbutylZcZUeZhydroxyphenylVZeYfZdimethylZimidazoleMdZoxide[MJournaliofiMoleculariStructureYM2017YM
bbdeYMddaZdee

3.4 29

44
SynthesisYMvibrationalMspectroscopicMinvestigationsYMmolecularMdockingYMantibacterialMstudiesMandM
molecularMdynamicsMstudyMofMfZ[UeZnitrophenylVacetamido]ZcZUeZtertZbutylphenylVbenzoxazole[M
JournaliofiMoleculariStructureYM2017YMbbddYMffhZfhd

3.4 7
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43 PyridoxylideneMaminoguanidineMandMitsMcopperU––VMcomplexesMâ��MSynthesesYMstructureYMandMvxTM
calculations[MJournaliofiCoordinationiChemistryYM2017YMhaYMcihaZciih 1.6 8

42 SpectroscopicManalysisMofMiZhydroxyquinolineZfZsulphonicMacidMandMinvestigationMofMitsMreactiveM
propertiesMbyMvxTMandMmolecularMdynamicsMsimulations[MJournaliofiMoleculariStructureYM2017YMbbfaYMfeaZffc3.4 20

41
SynthesisYMtheoreticalMstudiesMandMmolecularMdockingMofMaMnovelMchlorinatedMtetracycliclM
UZ]wVZdZUbYiZdichloroZkYbaZdihydroZkYbaZethanoanthracenZbbZylVacrylaldehyde[MJournaliofiMoleculari
StructureYM2017YMbbfaYMdfiZdgf

3.4 6

40
SynthesisYMXRvMsingleMcrystalMstructureManalysisYMvibrationalMspectralManalysisYMmolecularMdynamicsM
andMmolecularMdockingMstudiesMofMcZUdZmethoxyZeZhydroxyphenylVMbenzothiazole[MJournaliofi
MoleculariStructureYM2017YMbbeiYMcicZckc

3.4 16

39 –nvestigationMofMreactiveMandMspectroscopicMpropertiesMofMoxobutanoicMacidMderivativelMuombinedM
spectroscopicYMvxTYM₂vMandMdockingMstudy[MJournaliofiMoleculariStructureYM2017YMbbeiYMcggZchf 3.4 4

38
SupramolecularMarchitectureMofMfZbromoZhZmethoxyZbZmethylZbMzMZbenzoimidazole[dzMcMβlM
SynthesisYMspectroscopicMinvestigationsYMvxTMcomputationYM₂vMsimulationsMandMdockingMstudies[M
JournaliofiMoleculariStructureYM2017YMbbekYMgacZgbc

3.4 7

37
₃ovelMsyntheticMapproachYMspectroscopicMcharacterizationMandMtheoreticalMstudiesMonMglobalMandM
localMreactiveMpropertiesMofMaMbibenzimidazolylMderivative[MJournaliofiMoleculariStructureYM2017YM
bbehYMbcbZbci

3.4 2

36
uonformationalYMvibrationalMandMvxTMstudiesMofMaMnewlyMsynthesizedMarylpiperazineZbasedMdrugMandM
evaluationMofMitsMreactivityMtowardsMtheMhumanMystsMreceptor[MJournaliofiMoleculariStructureYM2017YM
bbehYMcggZcia

3.4 7

35
StudiesMonMtheMsynthesisYMspectroscopicManalysisYMmolecularMdockingMandMvxTMcalculationsMonM
bZhydroxyZcZUeZhydroxyphenylVZeYfZdimethylZimidazolMdZoxide[MJournaliofiMoleculariStructureYM2017YM
bbdaYMgeeZgfi

3.4 13
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