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4.4 21

172 ”uantumKmechanicalWKspectroscopicKstudiesKandKmolecularKdockingKanalysisKonK
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Actam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]a[WK]gdXhc
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4.4 16
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4.4 13

145
—pectroscopicKandKsuTKstudiesWKstructuralKdeterminationWKchemicalKpropertiesKandKmolecularK
dockingKofK]XSbXbromoXaXthienylTXbX[cXSdimethylaminoTXphenyl]propXaXenX]XoneYKJournalmofm
MolecularmStructureWK2020WK]a[[WK]af]ab

3.4 13

144
}olecularKstructureWKspectroscopicKSuTXx–WKuTX–amanTKstudiesWKwomoâ��{umoKandKuukuiKfunctionK
calculationsKofKaXpcetylKaminoXdXbromoXKcKmethylKpyridineKbyKdensityKfunctionalKtheoryYKChemicalm
DatamCollectionsWK2019WKacWK][[ah]

2.1 12

143
VibrationalKspectroscopyKinvestigationKusingKabKinitioKandKsuTKvibrationalKanalysisKofK
fXchloroXaXmethylaminoXdXphenylXbwX]WcXbenzodiazepineXcXoxideYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2013WK]]bWKaacXbd

4.4 12

142 ’pticalWKvibrationalKSuTXx–KandKuTX–amanTWKelectronicKandKmolecularKdockingKinvestigationsKofK]K
“henylKxsatinYKOptikWK2019WK]gaWK]a]]X]aaf 2.5 11

141
”}Z}}KmethodologyWKdockingKandKspectroscopicKSuTXx–ZuTX–amanWKN}–WKUVTKandKuukuiKfunctionK
analysisKonKadrenergicKagonistYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2015WK]bfWKgc]Xdd

4.4 11

140 vrowthKandKcharacterizationKofKlKX—erineiKpKpromisingKacentricKorganicKcrystalYKPhysicamB:mCondensedm
MatterWK2018WKdc]WKbaXca 2.8 11

139 —pectroscopicKstudiesWKpotentialKenergyKsurfaceKandKmolecularKorbitalKcalculationsKofKpramipexoleYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK]]dWKecXfb 4.4 11

138
romputationalKspectroscopicKinvestigationsKonKstructuralKvalidationKwithKx–KandK–amanK
experimentalKevidenceWKprojectionKofKultravioletXvisibleKexcitationsWKnaturalKbondKorbitalK
interpretationsWKandKmolecularKdockingKstudiesKunderKtheKbiologicalKinvestigationKonK
NXqenzyloxycarbonylX{XpsparticKacidK]XqenzylKesterYKChemicalmDatamCollectionsWK2021WKb]WK][[eaa

2.1 11

137
—tructuralKSmonomerKandKdimerTWKwavefunctionalWKNrxKanalysisKinKaqueousKphaseWKelectronicKandK
excitedKstateKpropertiesKinKdifferentKsolventKatmosphereKofK
bX{StTX[SbWcXdichlorophenylTimino]methyl}KbenzeneX]WaXdiolYKJournalmofmMolecularmLiquidsWK2021WKbbeWK]]ebbd

6 11

136
tvaluationKofKelectronicKandKbiologicalKinteractionsKbetweenK
NX[cXStthylsulfamoylTphenyl]acetamideKandKsomeKpolarKliquidsKSxtu“r}KsolvationKmodelTKwithKuukuiK
functionKandKmolecularKdockingKanalysisYKJournalmofmMolecularmLiquidsWK2021WKbc[WK]]faf]

6 11

135
—ynthesisWKmolecularKstructureWKspectralKinvestigationKonK
StTX]XScXbromophenylTXbXScXSdimethylaminoTphenylTpropXaXenX]XoneYKJournalmofmMolecularmStructureWK
2016WK]][bWK]cdX]dd

3.4 10

134 —pectroscopicKSuTXx–WKuTX–amanTWKfirstKorderKhyperpolarizabilitiesWKNq’WKuukuiKfunctionKandK
molecularKdockingKstudyKofKNXScXrhloroXbXmethylphenylTXaXphenylacetamideYKOptikWK2017WK]c[WK]]afX]]ca2.5 10

133
—pectroscopicWKchemicalKreactivityWKmolecularKdockingKinvestigationKandK”—p–KanalysesKofK
SatTX]XSbXbromoXaXthienylTXbXSaWdXdimethoxyphenylTpropXaXenX]XoneYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2019WKaaaWK]]f]h[

4.4 10

S Muthu
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132 tvaluationKofKvibrationalWKelectronicWKreactivityKandKbioactivityKofKpropafenoneâ��pKspectroscopicWK
suTKandKmolecularKdockingKapproachYKChemicalmDatamCollectionsWK2020WKaeWK][[be[ 2.1 10

131
VibrationalKspectraKofKbWdXdiaminoXeXchloroXNXSdiaminomethyleneTKpyrazineXaXcarboxamideiK
combinedKexperimentalKandKtheoreticalKstudiesYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2014WK]afWK]dfXef

4.4 10

130
}olecularKstructureKanalysisKandKspectroscopicKcharacterizationKofK
dXethylXdXphenylX]WbXdiazinaneXcWeXdioneKwithKexperimentalKSuTXx–KandKuTX–amanTKtechniquesKandK
quantumKchemicalKcalculationsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2013WK][eWKb][Xa[

4.4 10

129
”uantumKmechanicalKstudyKofKtheKstructureKandKspectroscopicKSuTXx–WKuTX–amanTWKfirstXorderK
hyperpolarizabilityWKNq’KandKw’}’X{U}’KanalysisKofK—X—XaKmethylaminoX]XphenylKpropanX]XolYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK][fWKbgeXhg

4.4 10

128
txperimentalKandKtheoreticalKinvestigationsKofKspectroscopicKpropertiesKofK
gXchloroX]XmethylXeXphenylXcwX[]WaWc]triazolo[cWbXa][]Wc]benzodiazepineYKSpectrochimicamActam-mPartm
A:mMolecularmandmBiomolecularmSpectroscopyWK2013WK][eWK]ahXcd

4.4 10

127
VibrationalKandKspectroscopicKinvestigationKonKtheKstructureKofK
dwXdibenzo[bWf]azipineXdXcarboxamideYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2013WK]]cWK]X][

4.4 10

126 VibrationalKspectroscopyKinvestigationKusingKdensityKfunctionalKtheoryKonK
fXchloroXbXmethylXawX]WaWcXKbenzothiadiazineK]W]XdioxideYKJournalmofmRamanmSpectroscopyWK2009WKc[WKebhXecc2.3 10

125
}olecularKorbitalKstudiesKShardnessWKchemicalKpotentialWKelectronegativityKandKelectrophilicityTWK
vibrationalKspectroscopicKinvestigationKandKnormalKcoordinateKanalysisKofK
dX{]XhydroxyXaX[SpropanXaXylTamino]ethyl}benzeneX]WbXdiolYKSpectrochimicamActam-mPartmA:mMolecularm
andmBiomolecularmSpectroscopyWK2014WK]]gWKegbXhc

4.4 9

124
”uantumKmechanicalKstudyKofKtheKstructureKandKspectroscopicKSuTx–WKuTX–amanTWKfirstXorderK
hyperpolarizabilityKandKNq’KanalysisKofK]WaXbenzoxazolXbXylmenthaneKsulfonamideYKSpectrochimicam
Actam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]agWKe[bX]b

4.4 9

123 romprehensiveKspectroscopicKSuTXx–WKuTX–amanWK]wKandK]brKN}–TKidentificationKandKcomputationalK
studiesKonK]XacetylX]wXindoleXaWbXdioneYKOpenmChemistryWK2017WK]dWKaadXabf 1.6 9

122
NormalKcoordinateKanalysisWKmolecularKstructureWKvibrationalKandKelectronicKspectralKinvestigationKofK
fXS]WbXdioxolanXaXylmethylTX]WbXdimethylpurineXaWeXdioneKbyKabKinitioKwuKandKsuTKmethodYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]]gWKdfgXgg

4.4 9

121
—ynthesisWKspectroscopicKSuTXx–WKuTX–amanWK]brWK]wWKUVTKstudyWKfirstKorderKhyperpolarizabilityWKNq’K
analysisWKw’}’KandK{U}’KanalysisKofKaSaXwydroxyphenylTXNXScX}ethylphenylTKNitroneYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK][hWKafaXg]

4.4 9

120
VibrationalKspectroscopyWKreactiveKsiteKanalysisKandKmolecularKdockingKstudiesKonK
aX[SaXaminoXeXoxoXeWhXdihydroXbwXpurinXhXylTmethoxy]XbXhydroxypropylK
Sa—TXaXaminoXbXmethylbutanoateYKJournalmofmMolecularmStructureWK2020WK]a[aWK]afafc

3.4 9

119 VibrationalKspectraKandKWavefunctionKinvestigationKforKantidepressantKdrugKofKpmoxapineKbasedK
onKquantumKcomputationalKstudiesYKChemicalmDatamCollectionsWK2021WKbbWK][[ehh 2.1 9

118 —ynthesisWKcharacterizationWKspectroscopicKstudiesWKsuTKandKmolecularKdockingKanalysisKofKNWK
NnXdibutylXbWKbnXdiaminobenzidineYKJournalmofmMolecularmStructureWK2019WK]]fhWKbadXbbd 3.4 9

117 —tructureWKspectroscopicKstudyKandKsuTKcalculationsKofKaWeKbisKStriKfluroKmethylTKbenzoicKacidYKJournalm
ofmMolecularmStructureWK2019WK]]ffWKc[]Xc]f 3.4 9

116
—tructuralKinvestigationWKspectroscopicKandKenergyKlevelKstudiesKofK—chiffKbaseiKaX[SbnXKNK
XsalicylidenephenylTbenzimidazole]KusingKexperimentalKandKsuTKmethodsYKJournalmofmMolecularm
StructureWK2017WK]]bhWKacfXadc

3.4 8

115
pKcomputationalKandKspectroscopicKinterpretationKSuTXx–WKuTX–amanWKUVâ��visKandKN}–TKwithK
molecularKdockingKstudiesKonKbXcarboxyXaXhydroxyXNWKNWKNXtrimethylX]XpropanaminiumKhydroxideiKpK
pharmaceuticalKdrugYKChemicalmDatamCollectionsWK2019WKa[WK][[]h]

2.1 8

(2019-2020)
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114 }olecularKstructureWKspectroscopicKSuTXx–WKuTX–amanWKN}–WKUVXVx—TWKchemicalKreactivityKandK
biologicalKexaminationsKofKzetorolacYKJournalmofmMolecularmStructureWK2020WK]a][WK]ag[c[ 3.4 8

113
}olecularKstructureWKvibrationalKspectraWKNq’WKuukuiKfunctionWKw’}’X{U}’KanalysisKandKmolecularK
dockingKstudyKofKeX[SaXmethylphenylTsulfanyl]XdXpropylpyrimidineXaWcS]wWbwTXdioneYKMacedonianm
JournalmofmChemistrymandmChemicalmEngineeringWK2017WKbeWK

1.1 8

112
sensityKfunctionalKstudiesKandKspectroscopicKanalysisKSuTXx–WKuTX–amanWKUVâ��visibleWKandKN}–TwithK
molecularKdockingKapproachKonKanKantifibroticKdrugK“irfenidoneYKJournalmofmMolecularmStructureWK
2020WK]a[bWK]afbhc

3.4 8

111
romputationalKassessmentKonKwaveKfunctionKSt{uWK{’{TKanalysisWKmolecularKconfirmationKandK
molecularKdockingKexploresKonKaXSdXpminoXaXK}ethylanilinoTXcXSbXpyridylTKpyrimidineYKChemicalmDatam
CollectionsWK2020WKahWK][[dad

2.1 8

110
—pectroscopicKSuTXx–WKuTX–amanWKUVXVisTKmolecularKstructureWKelectronicWKmolecularKdockingWKandK
thermodynamicKinvestigationsKofKindoleXbXcarboxylicKacidKbyKsuTKmethodYKJournalmofmMolecularm
StructureWK2021WK]abcWK]b[]ga

3.4 8

109
“henolicKandKflavonoidKcontentsKinK}alvaKsylvestrisKandKexplorationKofKactiveKdrugsKasKantioxidantK
andKantiXr’Vxs]hKbyKquantumKchemicalKandKmolecularKdockingKstudiesYKJournalmofmSaudimChemicalm
SocietyWK2021WKadWK][]aff

4.3 8

108
}olecularKstructureKdeterminationWKqioactivityKscoreWK—pectroscopicKandK”uantumKcomputationalK
studiesKonKStTXNRXScXrhlorobenzylideneTXaXSnapthalenXaXyloxyTKacetohydrazideYKJournalmofmMolecularm
StructureWK2021WK]ac]WK]b[ddg

3.4 8

107 vrowthWKstructuralKandKcharacterizationKofKaKnovelKthirdKorderKnonlinearKopticalKqenzimidazoliumK
}aleateKsingleKcrystalYKJournalmofmMolecularmStructureWK2017WK]]ceWKdX]b 3.4 7

106
—pectroscopicKstudiesKSuTXx–WKuTX–amanWKUVXVisibleTWKnormalKcoXordinateKanalysisWKfirstXorderK
hyperpolarizabilityKandKw’}’WK{U}’KstudiesKofKbWcXdichlorobenzophenoneKbyKusingKsensityK
uunctionalK}ethodsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2015WK
]d]WKeccXdc

4.4 7

105
—pectroscopicKSuTXx–WKuTX–amanKandKUVXVisTWKcomputationalKSt{uWK{’{WKNq’WKw’}’X{U}’WKuukuiWK
}t“TKstudiesKandKmolecularKdockingKonKbenzodiazepineKderivativesXKheterocyclicKorganicKarenesYK
ChemicalmDatamCollectionsWK2020WKb[WK][[dfc

2.1 7

104 ”uantumKmechanicalKcomputationWKspectroscopicKexplorationKandKmolecularKdockingKanalysisKofK
aXqromoXcXfluoroacetanilideYKJournalmofmMolecularmStructureWK2020WK]aa[WK]agebh 3.4 7

103
txperimentalKandKcomputationalKstudyKonKmolecularKstructureKandKvibrationalKanalysisKofK
cWdXqisShydroxymethylTXaXmethylpyridinXbXolKbyKnormalKcoordinateKtreatmentYKSpectrochimicamActam-m
PartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK]]dWK]h]Xa[]

4.4 7

102 —pectroscopicKSuTXx–WKuTX–amanWKUVâ��VisibleTKandKquantumKchemicalKstudiesKofK
cXrhloroXbXiodobenzophenoneYKJournalmofmMolecularmStructureWK2017WK]]agWKegdXehb 3.4 7

101
sensityKfunctionalKtheoryKandKpbKinitioKstudiesKofKvibrationalKspectroscopicKSuTXx–WKuTX–amanKandK
UVTKfirstKorderKhyperpolarizabilitiesWKNq’WKw’}’â��{U}’KandKTsXsuTKanalysisKofKtheK
]WaXsihydropyrazoloKScWbXtTK“yrimidinXcXoneYKSolidmStatemSciencesWK2013WK]eWKcdXda

3.4 7

100 sensityKfunctionalKtheoryKandKabKinitioKstudiesKofKvibrationalKspectraKofKaXbisKSaXchloroethylTK
aminoperhydroX]WbWaXoxazaphosphorinaneXaXoxideYKMolecularmSimulationWK2011WKbfWK]afeX]agg 2 7

99 VibrationalKspectralKassignmentsKofKparaldehydeKbyKabKinitioKandKdensityKfunctionalKmethodsYK
JournalmofmMolecularmModelingWK2008WK]cWKbfdXgb 2 7

98 txperimentalKandK”uantumKrhemicalKromputationalKpnalysisKofKNovelK
NcWNcnXsimethylX[]W]nXqiphenyl]XbWbnWcWcnXTetraamineYKPolycyclicmAromaticmCompoundsWK2020WK]X]f 1.3 7

97 —pectroscopicKinvestigationsWKquantumKchemicalKcalculationsKandKmolecularKdockingKstudiesKofK
}angiferinKXKanKantiXviralKagentKofKw]N]KxnfluenzaKvirusYKChemicalmDatamCollectionsWK2020WKb[WK][[dg[ 2.1 6
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96
}olecularKdockingWKquantumKchemicalKcomputationalKandKvibrationalKstudiesKonKbicyclicKheterocycleK
MeXnitroXaWbXdihydroX]WcXbenzodioxineMiKpntiXcancerKagentYKComputationalmBiologymandmChemistryWK
2020WKgeWK][faae

3.6 6

95
VibrationalKandKcomputationalKanalysisKforKmolecularKstructureKpropertiesKofK
NXSaXStrifluoromethylTphenylTacetamideiKsensityKfunctionalKtheoryKapproachYKSpectroscopymLettersWK
2019WKdaWKdebXdfe

1.1 6

94
TheKspectroscopicKSuTXx–WKuTX–amanKandKN}–TWKNrpWKuukuiKfunctionKanalysisKfirstKorderK
hyperpolarizabilityWKTvpKofKeXchloroXbWcdihydroXawX]WaWcXbenzothiazineXfXsulphonamide]W]XdioxideK
byKabKinitioKwuKandKsensityKuunctionalKmethodYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2014WK]abWKab[Xc[

4.4 6

93
}olecularKstructureKconformationalKanalysesWKsolventXelectronicKstudiesKthroughKtheoreticalKstudiesK
andKbiologicalKprofilingKofKSatTX]XSbXbromoXaXthienylTXbXScXchlorophenylTXpropXaXenX]XoneYKJournalmofm
MolecularmStructureWK2020WK]a[aWK]afbch

3.4 6

92
tlaboratedKmolecularKstructureWKmolecularKdockingKandKvibrationalKspectroscopicKinvestigationKofK
NXSScXaminophenylTsulfonylTbenzamideKwithKsensityKfunctionalKtheoryYKChemicalmDatamCollectionsWK
2021WKb]WK][[e[h

2.1 6

91
}olecularKdockingWKspectroscopicKstudiesKonKcX[aXSsipropylaminoTKethyl]X]WbXdihydroXawXindolXaXoneK
andK”—p–KstudyKofKaKgroupKofKdopamineKagonistsKbyKdensityKfunctionalKmethodYKSpectrochimicam
Actam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2019WKaaaWK]]f]gd

4.4 5

90
VibrationalKspectraWKfirstKorderKhyperpolarizabilityWKNq’WKuukuiKfunctionKandKw’}’X{U}’KanalysisK
ofKaX[cXS]WbXbenzodioxolXdXylmethylTX]Xpiperazinyl]KpyrimidineYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2013WK]]dWKedcXee

4.4 5

89
txperimentalKspectroscopicKSuTx–WKuTX–amanWKuTXN}–WKUVXVisibleTKandKsuTKstudiesKofK
]XethylX]WcXdihydroXfXmethylXcoxoX]WgKnapthyridineXbXcarboxylicKacidsYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2013WK]]eWKaa[Xbd

4.4 5

88
}olecularKstructureKspectroscopicKtlucidationWKxtu“r}KsolvationKSUVâ��VisWK}t“WKu}’WKNq’WKN{’TWK
molecularKdockingKandKbiologicalKassessmentKstudiesKofKlepidineKScX}ethylquinolineTYKJournalmofm
MolecularmLiquidsWK2022WKbcdWK]]gach

6 5

87
—tructuralWKvibrationalWKelectronicKpropertiesWKhirshfeldKsurfaceKanalysisKtopologicalKandKmolecularK
dockingKstudiesKofKNX[aXSdiethylaminoTethyl]XaXmethoxyXdXmethylsulfonylbenzamideYKHeliyonWK2021WK
fWKe[g]ge

3.6 5

86
”uantumKmechanicalWKspectroscopicKandKmolecularKdockingKstudiesKofK
NX[cXcyanoXbXStrifluoromethylTK
phenyl]XbX[ScXfluorophenylTsulfonyl]XaXhydroxyXaXmethylpropanamideYKChemicalmDatamCollectionsWK
2019WK]hWK][[]gb

2.1 5

85
romputationalKinvestigationWKcomparativeKapproachesWKmolecularKstructuralWKvibrationalKspectralWK
nonXcovalentKinteractionKSNrxTWKandKelectronKexcitationsKanalysisKofKbenzodiazepineKderivativesYK
JournalmofmMolecularmModelingWK2021WKafWKaee

2 5

84
ronformationalKstudyWKuTXx–WKuTX–amanWKsolventKeffectKonKUVâ��VisWKchargeKtransferKandK
proteinâ��ligandKinteractionsKofK}ethylXaXpyrazinecarboxylateYKJournalmofmMolecularmLiquidsWK2021WK
bc]WK]]ehbc

6 5

83
pntiXmicrobialKactivityWKmolecularKprofilingWKelectronicKpropertiesKandKmolecularKdockingK
investigationsKofKdâ��[]Xhydroxyâ��aâ��SisopropylaminoTethyl]Kbenzeneâ��]Wbâ��diolYKJournalmofmMolecularm
StructureWK2022WK]acfWK]b]ahh

3.4 5

82 —caledK”uantumKrhemicalK—tudiesKofKtheK}olecularK—tructureKandKVibrationalK—pectraKofK}inoxidilYK
SpectroscopymLettersWK2015WKcgWKebXfb 1.1 4

81
suTKelectronicKstructureKcalculationsWKspectroscopicKstudiesWKandKnormalKcoordinateKanalysisKofK
aX[SdXnitroX]WbXthiazolXaXylTcarbamoyl]phenylKacetateYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2015WK]bgWKfcbXda

4.4 4

80 }olecularKdockingWKspectroscopicKstudiesKandKquantumKcalculationsKonKnootropicKdrugYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]abWKd[bX][ 4.4 4

79
NormalKcoordinateKanalysisKandKvibrationalKspectroscopyKSuTXx–KandKuTX–amanTKstudiesKofK
dXmethylXNX[cXStrifluoromethylTKphenyl]XisoxazoleXcXcarboxamideKusingKdensityKfunctionalKmethodYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]baWK]caXd]

4.4 4

(2014-2020)

9



78 —peculativeKassessmentWKmolecularKcompositionWK“s’—WKtopologyKexplorationKSt{uWK{’{WK–svTWK
ligandXproteinKinteractionsWKonKdXbromoXbXnitropyridineXaXcarbonitrileYKHeliyonWK2021WKfWKe[f[e] 3.6 4

77 VibrationalKspectroscopyWKquantumKcomputationalKandKmolecularKdockingKstudiesKonK
aXchloroquinolineXbXcarboxaldehydeYKHeliyonWK2021WKfWKe[fdah 3.6 4

76
—pectroscopicKSuTXx–WKuTX–amanWKN}–TKinvestigationKonK
aX[SaXaminoXeXoxoXeWhXdihydroXbwXpurinXhXylTmethoxy]ethylSa—TXaXaminoXbXmethylbutanoateKbyK
sensityKuunctionalKTheoryYKMaterialsmToday:mProceedingsWK2019WK]gWK]ff[X]fga

1.4 4

75
TheoreticalKinvestigationKonKinfluenceKofKproticKandKaproticKsolventsKeffectKandKstructuralK
S}onomerWKsimerTWKVanXderKWaalsKandKwirshfeldKsurfaceKanalysisKforKclonidineKmoleculeYK
ComputationalmandmTheoreticalmChemistryWK2021WK]a[cWK]]bbhf

2 4

74 ”uantumKchemicalKcalculationsWKspectroscopicKinvestigationKandKmolecularKdockingKanalysisKofK
cXchloroXNXmethylpyridineXaXcarboxamideYKJournalmofmMolecularmStructureWK2020WK]a][WK]ag[db 3.4 3

73
VibrationalKpssignmentsWKuirstX’rderKwyperpolarizabilityKandK}olecularK—tructureKofK
dXSaXrhlorphenylTXfXnitroXaWbXdihydroX]WcXbenzodiazepineXaXoneKbyKwartreeXuockKandKsensityK
uunctionalKTheoryKralculationsYKAsianmJournalmofmChemistryWK2013WKadWKeff]Xeffe

0.4 3

72
—pectroscopicWKquantumKmechanicalWKelectronicKexcitationKpropertiesKStthanolKsolventTWKsuTK
investigationsKandKmolecularKdockingKanalysisKofKanKantiXcancerKdrugKqendamustineYKJournalmofm
MolecularmStructureWK2022WK]adbWK]baa]]

3.4 3

71
—tructuralKandKspectroscopicKcharacterizationKouK
Nâ��X[S]tTXScXfluorophenylTmethylidene]thiopheneXaXcarbohydrazideWKaKpotentialKprecursorKtoK
bioactiveKagentsYKMacedonianmJournalmofmChemistrymandmChemicalmEngineeringWK2016WKbdWKeb

1.1 3

70
—ynthesisWKspectroscopicKelucidationKSuTXx–WKuTX–amanWKUVâ��VisTWKelectronicKpropertiesKandKbiologicalK
activitiesKSantimicrobialWKdockingTKofKsemicarbazideKderivativeYKMaterialsmToday:mProceedingsWK2020WK
d[WKagcfXagcf

1.4 3

69 xNK—x{xr’Ks–UvKtVp{UpTx’NKpNsKs–UvK–t—tp–rwK’uKqx’prTxVtK}’{trU{tK}tTwY{K
cXq–’}’XaXu{U’–’qtNZ’pTtYKAnkaramUniversitesimEczacilikmFakultesimDergisiW][X][ 0 3

68
txperimentalKandKtheoreticalKspectroscopicKSuTXx–WKuTX–amanWKUVXVx—TKanalysisWKnaturalKbondingK
orbitalsKandKmolecularKdockingKstudiesKonKaXbromoXeXmethoxynaphthaleneiKpKpotentialKantiXcancerK
drugYKHeliyonWK2021WKfWKe[fa]b

3.6 3

67
—tructureâ��pctivityKrelationshipKstudiesKofKtwoKdietaryKflavonoidsKandKtheirKNitricK’xideK—ynthaseK
inhibitionKactivityKbyKspectroscopicKandKquantumZclassicalKcomputationalKtechniquesYKJournalmofm
TheoreticalmandmComputationalmChemistryWK2019WK]gWK]hd[[b]

1.8 3

66 TheoreticalKdescriptionKofKgreenKsolventsKeffectKonKelectronicKpropertyKandKreactivityKofKTertXbutylK
cXformylpiperidineX]XcarboxylateYKComputationalmandmTheoreticalmChemistryWK2021WK]a[]WK]]badd 2 3

65
romputationalKxnvestigationKonK—tructuralKandK–eactiveK—itesKSw’}’X{U}’WK}t“WKNq’WKN“pWKt{uWK
{’{WK–svTKxdentificationWK“harmacokineticKSps}tTK“ropertiesKandK}olecularKsockingKxnvestigationK
ofKStTXcXSScXchlorobenzylideneTKaminoTKqenzeneK—ulfonamideKrompoundYKAnalyticalmChemistrym
LettersWK2022WK]aWKdgXfe

1 3

64
”uantumKcomputationalWKspectroscopicKSuTXx–WKN}–KandKUVâ��VisTKprofilingWKwirshfeldKsurfaceWK
}olecularKdockingKandKdynamicsKsimulationKstudiesKonK“yridineXaWeXdicarbonylKdichlorideYKJournalmofm
MolecularmStructureWK2022WK]bbbfc

3.4 3

63
pnKantipsychoticKdrugiK—pectroscopicKidentificationWKstructuralKfeaturesWKsuTKcomputationsKandK
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