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221
}olecularKstructureKspectroscopicKtlucidationWKxtu“r}KsolvationKSUVâ��VisWK}t“WKu}’WKNq’WKN{’TWK
molecularKdockingKandKbiologicalKassessmentKstudiesKofKlepidineKScX}ethylquinolineTYKJournalmofm
MolecularmLiquidsWK2022WKbcdWK]]gach

6 5

220
TheoreticalKelectronKexcitationKstudyKinKliquidKphaseKSproticWKaproticWKnonXpolarTKandKinterKandKintraK
molecularKreactivityKofKaXhydroxyXdX[]XhydroxyXaXScXphenylbutanXaXylaminoTKethyl]KbenzamideYK
JournalmofmthemIndianmChemicalmSocietyWK2022WKhhWK][[bfa

1

219
”uantumKcomputationalWKspectroscopicKinvestigationsKonK
NXSaXSSaXchloroXcWdXdicyanophenylTaminoTethylTXcXmethylbenzenesulfonamideKbyKsuTZTsXsuTKwithK
differentKsolventsWKmolecularKdockingKandKdrugXlikenessKresearchesYKColloidsmandmSurfacesmA:m
PhysicochemicalmandmEngineeringmAspectsWK2022WKebgWK]agb]]

5.1 35

218
txplorationKofKexperimentalWKtheoreticalWKwirshfeldKsurfaceWKmolecularKdockingKandKelectronicK
excitationKstudiesKofK}enadioneiKpKpotentKantiXcancerKagentYKJournalmofmMolecularmLiquidsWK2022WK
bd]WK]]gef[

6 1

217 —pectroscopicWKquantumKmechanicalKinvestigationKandKmolecularKdockingKstudyKofK
aXaminoXdXchloroXbXnitropyridineYKMaterialsmToday:mProceedingsWK2022WKd[WKaf]]Xaf]h 1.4 0

216
VibrationalKSuTXx–WKuTK–amanTWKelectronicKandKdockingKstudiesKandKwaveKfunctionKanalysisKwithK
quantumKchemicalKcomputationKonKbXqromophenylKaceticKacidiKpKpotentialKamidaseKinhibitorYK
MaterialsmToday:mProceedingsWK2022WKd[WKagdbXagec

1.4

215
—pectroscopicWKquantumKmechanicalWKelectronicKexcitationKpropertiesKStthanolKsolventTWKsuTK
investigationsKandKmolecularKdockingKanalysisKofKanKantiXcancerKdrugKqendamustineYKJournalmofm
MolecularmStructureWK2022WK]adbWK]baa]]

3.4 3

214 —tructuralKexaminationWKtheoreticalKcalculationsWKandKpharmaceuticalKscanningKofKaKnewKtetraloneK
basedKchalconeKderivativeYKJournalmofmMolecularmStructureWK2022WK]adbWK]baahe 3.4 1

213 —ynthesisKandKinvestigationKofKantiXr’Vxs]hKabilityKofKferroceneK—chiffKbaseKderivativesKbyKquantumK
chemicalKandKmolecularKdockingYYKJournalmofmMolecularmStructureWK2022WK]adbWK]baaca 3.4 1

212
pntiXmicrobialKactivityWKmolecularKprofilingWKelectronicKpropertiesKandKmolecularKdockingK
investigationsKofKdâ��[]Xhydroxyâ��aâ��SisopropylaminoTethyl]Kbenzeneâ��]Wbâ��diolYKJournalmofmMolecularm
StructureWK2022WK]acfWK]b]ahh

3.4 5

211 romputationalWKspectroscopicKandKmolecularKdockingKinvestigationKonKaKbioactiveKantiXcancerKdrugiK
aX}ethylXgXnitroKquinolineYKJournalmofmMolecularmStructureWK2022WK]acfWK]b]c]c 3.4 1

210
romputationalKxnvestigationKonK—tructuralKandK–eactiveK—itesKSw’}’X{U}’WK}t“WKNq’WKN“pWKt{uWK
{’{WK–svTKxdentificationWK“harmacokineticKSps}tTK“ropertiesKandK}olecularKsockingKxnvestigationK
ofKStTXcXSScXchlorobenzylideneTKaminoTKqenzeneK—ulfonamideKrompoundYKAnalyticalmChemistrym
LettersWK2022WK]aWKdgXfe

1 3

209
tvaluationKofKVibrationalWKtlectronicWKTopologyWK–eactivityWKqioactivityWKqioavailabilityKandK
qloodXqrainKqarrierK—coreKofK]XSaWeXdimethylphenoxyTpropanXaXamineXpKsuTWK—pectroXscopicKandK
}olecularKsockingKppproachYKAnalyticalmChemistrymLettersWK2022WK]aWK][aX]]g

1

208 }olecularK—tructureWK—pectroscopicKpssessmentWK“s’—WKTopologyKtvaluationKandKsockingK—tudiesKofK
aXrhloroXdXnitrobenzophenoneYKAnalyticalmChemistrymLettersWK2022WK]aWK]hgXaa[ 1

207
xnvestigationsKonK—pectroscopicWKps}tTK“ropertiesKandKdrugXlikenessWK}olecularKdockingWKrhemicalK
propertiesKofKSatTXbXSbiphenylXcXylTX]XSaWcXdichlorophenylTXpropXaXenX]XoneKbyKcombinedK
sensityXfunctionalKtheoryYKJournalmofmMolecularmStructureWK2022WK]bahfb

3.4 1

206 —ynthesisWKspectralKpropertyWKxtuX“r}KsolvationWKantiXmicrobialKevaluationKandKmolecularKdockingK
studiesKofKeKaminoXaXScKnitrophenylTX]wXbenzimidazoleYKJournalmofmMolecularmLiquidsWK2022WKbdaWK]]gfde 6 1

205
—tructuralWKelectronicKpropertiesKSdifferentKsolventsTWKchemicalKreactivityWKt{uWK{’{WKspectroscopicK
insightsWKmolecularKdockingKandKinKvitroKanticancerKactivityKstudiesKonKmethylK
ScXnitroX]XimidazolylTacetateYKJournalmofmthemIndianmChemicalmSocietyWK2022WKhhWK][[cbg
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204
txperimentalKspectraWKelectronicKenergiesKSliquidKandKgaseousKphasesTKquantumKcomputationalK
strategiesKandKpotentialKbiologicalKactivityKstudiesKofKS]tWKctTX]WKdXbisKScXmethoxyphenylTK
pentaX]WcXdienXbXoneiKpnKantiviralKagentYKJournalmofmMolecularmLiquidsWK2022WKbdeWK]]h[]a

6 0

203
TheoreticalKspectroscopicKelectronicKelucidationKwithKdifferentKsolventsKSxtu“r}KmodelTWKbiologicalK
assessmentKandKmolecularKdockingKstudiesKonK}oroxydineXpntiviralKdrugKagentYKJournalmofm
MolecularmLiquidsWK2022WKbddWK]]ghce

6 1

202
ronformationalKstabilityWKquantumKcomputationalWKspectroscopicWKmolecularKdockingKandKmolecularK
dynamicKsimulationKstudyKofKaXhydroxyX]XnaphthaldehydeYKJournalmofmMolecularmStructureWK2022WK
]adhWK]bafdd

3.4 2

201
—ynthesisWK—pectroscopicWK}olecularKsockingKandKinhibitoryKactivityKofK
eXqromoXaXScXchlorophenylTX]wXbenzimidazoleXKaKsuTKapproachYKJournalmofmMolecularmStructureWK
2022WK]ae]WK]bag]d

3.4 1

200
txperimentalKspectroscopicWK}olecularKstructureWKtlectronicKsolvationWKqiologicalKpredictionKandK
TopologicalKanalysisKofKaWKcWKeXtriKSpropanXaXylTKbenzenesulfonylKchlorideiKanKantidepressantKagentYK
JournalmofmMolecularmLiquidsWK2022WK]]h]ee

6 1

199 sonorKacceptorKgroupsKeffectWKpolarKproticKsolventsKinfluenceKonKelectronicKpropertiesKandK
reactivityKofKaXrhloropyridineXcXcarboxylicKacidYKJournalmofmthemIndianmChemicalmSocietyWK2022WKhhWK][[cfg 0

198
romputationalKinvestigationKintoKstructuralWKtopologicalWKelectronicKpropertiesWKandKbiologicalK
evaluationKofKspiro[]wXindoleXbWanXbwX]WbXbenzothiazole]XaXoneYKJournalmofmMolecularmLiquidsWK2022WK
bdhWK]]habc

6 1

197
—tructuralWKspectralKinspectionWKelectronicKpropertiesKinKdifferentKsolventsWKuukuiKfunctionsWK
eXacetylXawX]WcXbenzoxazinXbScwTXoneKâ��K}ultipleKsclerosisKandKautoKimmuneKdisordersKtherapeuticsYK
JournalmofmMolecularmLiquidsWK2022WKbdhWK]]hacg

6 1

196
sensityKfunctionalKstudiesKandKspectroscopicKanalysisKSuTXx–WKuTX–amanWKUVâ��visibleWKandKN}–TKwithK
molecularKdockingKapproachKonKanKanticancerKandKantifungalKdrugK
cXhydroxyXbXmethoxybenzaldehydeYKJournalmofmMolecularmStructureWK2022WK]aecWK]bb]bc

3.4

195
}olecularKdockingKevaluationKandKspectroscopicKstudyKofKaXaminoX]WcXbenzenedisulfonicKacidKusingK
theKxtu“r}KmodelWKelectronicKpropertiesKofKdifferentKsolventsYKJournalmofmthemIndianmChemicalm
SocietyWK2022WK][[dcb

194
”uantumKcomputationalWKspectroscopicKSuTXx–WKN}–KandKUVâ��VisTKprofilingWKwirshfeldKsurfaceWK
}olecularKdockingKandKdynamicsKsimulationKstudiesKonK“yridineXaWeXdicarbonylKdichlorideYKJournalmofm
MolecularmStructureWK2022WK]bbbfc

3.4 3

193
tlectronicKpropertiesKSinKdifferentKsolventsTWKspectroscopicKprogressionKandKevaluationKonK
cXmorpholinepropaneKsulfonicKacidKalongKwithKmolecularKdockingKanalysisYKJournalmofmMolecularm
LiquidsWK2021WKbchWK]]g][f

6 1

192
TheoreticalKconformationsKstudiesKonKaXpcetylXgammaXbutyrolactoneKstructureKandKstabilityKinK
aqueousKphaseKandKtheKsolvationKeffectsKonKelectronicKpropertiesKbyKquantumKcomputationalK
methodsYKComputationalmandmTheoreticalmChemistryWK2021WK]]bdbc

2 2

191
—tructuralWKvibrationalWKelectronicKpropertiesWKhirshfeldKsurfaceKanalysisKtopologicalKandKmolecularK
dockingKstudiesKofKNX[aXSdiethylaminoTethyl]XaXmethoxyXdXmethylsulfonylbenzamideYKHeliyonWK2021WK
fWKe[g]ge

3.6 5

190
tlectronicKpropertiesKofKsolventsKSWaterWKqenzeneWKtthanolTKusingKxtu“r}KmodelWKspectroscopicK
explorationKwithKdrugKlikenessKandKassessmentKofKmolecularKdockingKonK]X’ctanesulfonicKpcidK
—odiumK—altYKJournalmofmMolecularmLiquidsWK2021WKbccWK]]ff]h

6 1

189
—tructureWKhirshfeldKsurfaceKstudiesWKopticalKandKmechanicalKanalysisKonKaKthirdXorderKnonlinearK
opticalKcrystalKaXaminoXeXmethylpyridinX]XiumKaXchloroXcXnitrobenzoateKSape}arcNTYKOpticalm
MaterialsWK2021WK]aaWK]]]fb]

3.3 0

188 —pectroscopicWKquantumKcomputationalWKmolecularKdockingKandKbiologicalKparametersKofK
cXphenylbutyrophenoneiKaKneurolepticKagentYKChemicalmPapersWK2021WKfdWKbhb]Xbhcg 1.9

187 txploringKtheKmolecularKstructureWKvibrationalKspectroscopicWKquantumKchemicalKcalculationKandK
molecularKdockingKstudiesKofKcurcuminiKpKpotentialK“xbzZpzTKuptakeKinhibitorYKHeliyonWK2021WKfWKe[eece 3.6 2

(2021-2022)
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186
romputationalKevaluationKonKmolecularKstructureKS}onomerWKsimerTWK–svWKt{uWKelectronicK
Sw’}’X{U}’WK}t“TKpropertiesWKandKspectroscopicKprofilingKofKgX”uinolinesulfonamideKwithK
molecularKdockingKstudiesYKComputationalmandmTheoreticalmChemistryWK2021WK]]hgWK]]b]eh

2 17

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

184 VibrationalKspectraKandKWavefunctionKinvestigationKforKantidepressantKdrugKofKpmoxapineKbasedK
onKquantumKcomputationalKstudiesYKChemicalmDatamCollectionsWK2021WKbbWK][[ehh 2.1 9

183
txperimentalKandKtheoreticalKspectroscopicKSuTXx–WKuTX–amanWKUVXVx—TKanalysisWKnaturalKbondingK
orbitalsKandKmolecularKdockingKstudiesKonKaXbromoXeXmethoxynaphthaleneiKpKpotentialKantiXcancerK
drugYKHeliyonWK2021WKfWKe[fa]b

3.6 3

182
—pectroscopicKSuTXx–WKuTX–amanWKUVXVisTKmolecularKstructureWKelectronicWKmolecularKdockingWKandK
thermodynamicKinvestigationsKofKindoleXbXcarboxylicKacidKbyKsuTKmethodYKJournalmofmMolecularm
StructureWK2021WK]abcWK]b[]ga

3.4 8

181 VibrationalKspectroscopyWKquantumKcomputationalKandKmolecularKdockingKstudiesKonK
aXchloroquinolineXbXcarboxaldehydeYKHeliyonWK2021WKfWKe[fdah 3.6 4

180
tlaboratedKmolecularKstructureWKmolecularKdockingKandKvibrationalKspectroscopicKinvestigationKofK
NXSScXaminophenylTsulfonylTbenzamideKwithKsensityKfunctionalKtheoryYKChemicalmDatamCollectionsWK
2021WKb]WK][[e[h

2.1 6

179
}olecularKstructureWKspectroscopicKSuTXx–WKuTX–amanWKN}–TWKw’}’X{U}’WKchemicalKreactivityWKpx}WK
t{uWK{’{KandK}olecularKdockingKstudiesKonK]XqenzylXcXSNXqocXaminoTpiperidineYKJournalmofm
MolecularmStructureWK2021WK]ab[WK]ahedf

3.4 18

178
romputationalKspectroscopicKinvestigationsKonKstructuralKvalidationKwithKx–KandK–amanK
experimentalKevidenceWKprojectionKofKultravioletXvisibleKexcitationsWKnaturalKbondKorbitalK
interpretationsWKandKmolecularKdockingKstudiesKunderKtheKbiologicalKinvestigationKonK
NXqenzyloxycarbonylX{XpsparticKacidK]XqenzylKesterYKChemicalmDatamCollectionsWK2021WKb]WK][[eaa

2.1 11

177
}olecularKdockingWKspectroscopicWKandKquantumKchemicalKstudiesKonKaromaticKheterocycleK
tetrakisScXpyridylTcyclobutaneKregioisomersiKpotentialKmembraneXpermeableKinhibitorsYKJournalmofm
MolecularmModelingWK2021WKafWKhc

2 2

176 vrowthWKspectralWKopticalWKelectricalKandKcomputationalKanalysisKofKsodiumKoxalateKsingleKcrystalsYK
HeliyonWK2021WKfWKe[edaf 3.6 0

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

174
—tructuralKSmonomerKandKdimerTWKwavefunctionalWKNrxKanalysisKinKaqueousKphaseWKelectronicKandK
excitedKstateKpropertiesKinKdifferentKsolventKatmosphereKofK
bX{StTX[SbWcXdichlorophenylTimino]methyl}KbenzeneX]WaXdiolYKJournalmofmMolecularmLiquidsWK2021WKbbeWK]]ebbd

6 11

173
“henolicKandKflavonoidKcontentsKinK}alvaKsylvestrisKandKexplorationKofKactiveKdrugsKasKantioxidantK
andKantiXr’Vxs]hKbyKquantumKchemicalKandKmolecularKdockingKstudiesYKJournalmofmSaudimChemicalm
SocietyWK2021WKadWK][]aff

4.3 8

172
romputationalKinvestigationWKcomparativeKapproachesWKmolecularKstructuralWKvibrationalKspectralWK
nonXcovalentKinteractionKSNrxTWKandKelectronKexcitationsKanalysisKofKbenzodiazepineKderivativesYK
JournalmofmMolecularmModelingWK2021WKafWKaee

2 5

171
}olecularKstructureKdeterminationWKqioactivityKscoreWK—pectroscopicKandK”uantumKcomputationalK
studiesKonKStTXNRXScXrhlorobenzylideneTXaXSnapthalenXaXyloxyTKacetohydrazideYKJournalmofmMolecularm
StructureWK2021WK]ac]WK]b[ddg

3.4 8

170
TheoreticalKinvestigationKonKinfluenceKofKproticKandKaproticKsolventsKeffectKandKstructuralK
S}onomerWKsimerTWKVanXderKWaalsKandKwirshfeldKsurfaceKanalysisKforKclonidineKmoleculeYK
ComputationalmandmTheoreticalmChemistryWK2021WK]a[cWK]]bbhf

2 4

169 uacileKsynthesisKofKaminoalkylKnaphtholsKandKsingleKcrystalKXXrayWKcomputationalKstudiesKonK
]X[morpholinoSthiophenXaXylTmethyl]naphthalenXaXolYKJournalmofmMolecularmStructureWK2021WK]acaWK]b[ge]3.4 2
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168
tvaluationKofKelectronicKandKbiologicalKinteractionsKbetweenK
NX[cXStthylsulfamoylTphenyl]acetamideKandKsomeKpolarKliquidsKSxtu“r}KsolvationKmodelTKwithKuukuiK
functionKandKmolecularKdockingKanalysisYKJournalmofmMolecularmLiquidsWK2021WKbc[WK]]faf]

6 11

167
ronformationalKstudyWKuTXx–WKuTX–amanWKsolventKeffectKonKUVâ��VisWKchargeKtransferKandK
proteinâ��ligandKinteractionsKofK}ethylXaXpyrazinecarboxylateYKJournalmofmMolecularmLiquidsWK2021WK
bc]WK]]ehbc

6 5

166
tvaluationKofKelectronicKpropertiesKinKdifferentKsolventsWKspectroscopicKexpositionKSuTXx–WK
uTX–amanTWKandKmolecularKdockingKstudiesKofKdXrhloroXaXhydroxypyridineKXKinsulysinKinhibitorYK
JournalmofmMolecularmLiquidsWK2021WKbc]WK]]fb[c

6 1

165 romputationalKpredictionKofKpolarKandKnonXpolarKsolventKeffectKonKtheKelectronicKpropertyKofK
NXq’rXK“iperidineXcXrarboxylicKacidYKJournalmofmMolecularmLiquidsWK2021WKbc]WK]]faaa 6 2

164
“robingKsolventKeffectKandKstrongKandKweakKinteractionsKinKaXNitrophenylXhydrazineKusingK
independentKgradientKmodelKandKwirshfeldKfromKwaveKfunctionKcalculationYKJournalmofmMolecularm
LiquidsWK2021WKbc]WK]]fbcd

6 1

163
”uantumKcomputationalKstudiesKonKoptimizationWKdonorXacceptorKanalysisKandKsolventKeffectKonK
reactiveKsitesWKglobalKdescriptorsWKnonXlinearKopticalKparametersKofK}ethylK
NXqocXpiperidineXbXcarboxylateYKJournalmofmMolecularmLiquidsWK2021WKbcbWK]]fe[g

6 2

162
}olecularKsockingWK—tructuralKtxaminationWK–eactiveK—itesKxdentificationKSwomoâ��{umoWK}epTKofK
eX“henylpteridineKaWKcWKfXtriamineiK“otentialKqacterialKxnhibitorYKAnalyticalmChemistrymLettersWK2021WK
]]WKggeXghg

1 1

161
—pectroscopicKSuTXx–WKuTX–amanWKUVXVisibleTWK”uantumK}echanicalKqasedKromputationalK—tudiesK
andK}olecularKsockingKpnalysisKofKaXpminoXbWdXdichloropyridineYKAnalyticalmChemistrymLettersWK2021WK
]]WKgcgXge]

1

160 —pectroscopicKSuTXx–WKuTK–amanKandKUVXVisTWK”uantumKromputationalKandK}olecularKsockingK
studiesKonK“ropylthiouracilYKAnalyticalmChemistrymLettersWK2021WK]]WKff]Xfh] 1 0

159 —pectroscopicKprofilingWKsuTKcomputationsWKmolecularKdockingKandKmolecularKdynamicKsimulationKofK
biologicallyKactiveKdXisoquinolinesulfonicKacidYKJournalmofmBiomolecularmStructuremandmDynamicsWK2021WK]X]c3.6 0

158
—pectroscopicKSuTXx–WKuTX–amanKandKUVXVisTWKcomputationalKSt{uWK{’{WKNq’WKw’}’X{U}’WKuukuiWK
}t“TKstudiesKandKmolecularKdockingKonKbenzodiazepineKderivativesXKheterocyclicKorganicKarenesYK
ChemicalmDatamCollectionsWK2020WKb[WK][[dfc

2.1 7

157
”uantumKmechanicalWKspectroscopicKandKdockingKstudiesKofK
SatTX]XScXaminophenylTXbXScXbenzyloxyphenylTXpropXaXenX]XoneKrhalconeKderivativeKbyKdensityK
functionalKtheoryKXKpKprospectiveKrespiratoryKdrugYKMaterialsmToday:mProceedingsWK2020WKd[WKag]eXag]e

1.4 1

156 —pectroscopicKinvestigationsWKquantumKchemicalKcalculationsKandKmolecularKdockingKstudiesKofK
}angiferinKXKanKantiXviralKagentKofKw]N]KxnfluenzaKvirusYKChemicalmDatamCollectionsWK2020WKb[WK][[dg[ 2.1 6

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

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

153 }olecularKstructureWKspectroscopicKSuTXx–WKuTX–amanWKN}–WKUVXVx—TWKchemicalKreactivityKandK
biologicalKexaminationsKofKzetorolacYKJournalmofmMolecularmStructureWK2020WK]a][WK]ag[c[ 3.4 8

152 tvaluationKofKvibrationalWKelectronicWKreactivityKandKbioactivityKofKpropafenoneâ��pKspectroscopicWK
suTKandKmolecularKdockingKapproachYKChemicalmDatamCollectionsWK2020WKaeWK][[be[ 2.1 10

151
—pectroscopicKelucidationKSuTXx–WKuTX–amanKandKUVXvisibleTKwithKNq’WKN{’WKt{uWK{’{WKdrugKlikenessK
andKmolecularKdockingKanalysisKonK]XSaXethylsulfonylethylTXaXmethylXdXnitroXimidazoleiKpnK
antiprotozoalKagentYKComputationalmBiologymandmChemistryWK2020WKggWK][fbb[

3.6 17
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150 WavefunctionKanalysisWKchargeKtransferKandKmolecularKdockingKstudiesKonKfamciclovirKandKentecaviriK
“otentialKantiXviralKdrugsYKChemicalmDatamCollectionsWK2020WKaeWK][[bdb 2.1 2

149
}olecularKdockingWKquantumKchemicalKcomputationalKandKvibrationalKstudiesKonKbicyclicKheterocycleK
MeXnitroXaWbXdihydroX]WcXbenzodioxineMiKpntiXcancerKagentYKComputationalmBiologymandmChemistryWK
2020WKgeWK][faae

3.6 6

148 TheoreticalKandKexperimentalKspectroscopicKstudiesKofKmonomericKandKdimericKstructuresKofK
cXhydroxybenzamideYKJournalmofmMolecularmStructureWK2020WK]a[eWK]affca 3.4 1

147 ”uantumKcomputationalWKspectroscopicKandKmolecularKdockingKstudiesKonKaXacetylthiopheneKandKitsK
brominationKderivativeYKJournalmofmMolecularmStructureWK2020WK]a]aWK]ag]ah 3.4 15

146
—pectroscopicKSuTXx–WKuTX–p}pNWKN}–WKUVâ��VisTKinvestigationsWKcomputationalKanalysisKandK
molecularKdockingKstudyKofKdXbromoXaXhydroxyKpyrimidineYKJournalmofmMolecularmStructureWK2020WK
]a]gWK]agchc

3.4 14

145
sensityKfunctionalKstudiesKandKspectroscopicKanalysisKSuTXx–WKuTX–amanWKUVâ��visibleWKandKN}–TwithK
molecularKdockingKapproachKonKanKantifibroticKdrugK“irfenidoneYKJournalmofmMolecularmStructureWK
2020WK]a[bWK]afbhc

3.4 8

144
}olecularKstructureKconformationalKanalysesWKsolventXelectronicKstudiesKthroughKtheoreticalKstudiesK
andKbiologicalKprofilingKofKSatTX]XSbXbromoXaXthienylTXbXScXchlorophenylTXpropXaXenX]XoneYKJournalmofm
MolecularmStructureWK2020WK]a[aWK]afbch

3.4 6

143 roXcrystalsKofKureaKandKhexanedioicKacidKwithKthirdXorderKnonlinearKpropertiesiKpnKexperimentalKandK
theoreticalKenquiryYKJournalmofmMolecularmStructureWK2020WK]a[aWK]afabf 3.4 17

142
VibrationalKspectroscopyWKreactiveKsiteKanalysisKandKmolecularKdockingKstudiesKonK
aX[SaXaminoXeXoxoXeWhXdihydroXbwXpurinXhXylTmethoxy]XbXhydroxypropylK
Sa—TXaXaminoXbXmethylbutanoateYKJournalmofmMolecularmStructureWK2020WK]a[aWK]afafc

3.4 9

141
romputationalKassessmentKonKwaveKfunctionKSt{uWK{’{TKanalysisWKmolecularKconfirmationKandK
molecularKdockingKexploresKonKaXSdXpminoXaXK}ethylanilinoTXcXSbXpyridylTKpyrimidineYKChemicalmDatam
CollectionsWK2020WKahWK][[dad

2.1 8

140
xnvestigationsKonKaXScXryanophenylaminoTKaceticKacidKbyKuTXx–WuTX–amanWKN}–KandKUVXVisK
spectroscopyWKsuTKSNq’WKw’}’X{U}’WK}t“KandKuukuiKfunctionTKandKmolecularKdockingKstudiesYK
HeliyonWK2020WKeWKe[chfe

3.6 21

139 —pectroscopicKSuTXx–WKuTX–amanTKinvestigationsWKchemicalKpropertiesWKantimicrobialKandKmolecularK
dockingKanalysesKofKaXhydroxybenzhydraziedYKMaterialsmToday:mProceedingsWK2020WKd[WKaec[Xaec[ 1.4 1

138
—pectroscopicKSuTXx–KandKuTX–amanTWKquantumKcomputationalKSsuTTKandKmolecularKdockingKstudiesK
onKaStTXScXNWNXdimethylaminobenzylideneTXdXmethylcyclohexanoneYKMaterialsmToday:mProceedingsWK
2020WKd[WKaehdXaehd

1.4 2

137
xnvestigationKofKspectroscopicKSuTXx–WKuTX–amanTWKreactiveKchargeKtransferKandKdockingKpropertiesK
ofKS]—TKXSVTX][XramphorsulfonicKacidKbyKdensityKfunctionalKmethodYKMaterialsmToday:mProceedingsWK
2020WKd[WKafegXafeg

1.4 1

136
“t—WKmolecularKstructureWKspectroscopicKSuTXx–WKuTX–amanTWKelectronicKSUVXVisWKw’}’X{U}’TWK
quantumKchemicalKandKbiologicalKSdockingTKstudiesKonKaKpotentKmembraneKpermeableKinhibitoriK
dibenzoxepineKderivativeYKHeliyonWK2020WKeWKe[cfac

3.6 14

135
VibrationalKspectroscopicWKsuTKstudiesKandKmolecularKdockingKonK
Sa–TXaXacetamidoXNXbenzylXbXmethoxyKpropanamideKasKanKantineuropathicKpainKdrugYKMaterialsm
Today:mProceedingsWK2020WK

1.4 2

134 ”uantumKmechanicalWKspectroscopicKvibrationalKanalysisWKNq’WKw’}’X{U}’WKandKmolecularK
dockingKstudiesKonKaXrhloroquinolineXbXrarboxamideYKMaterialsmToday:mProceedingsWK2020WKd[WKaeddXaedd1.4 1

133
—ynthesisWKspectroscopicKelucidationKSuTXx–WKuTX–amanWKUVâ��VisTWKelectronicKpropertiesKandKbiologicalK
activitiesKSantimicrobialWKdockingTKofKsemicarbazideKderivativeYKMaterialsmToday:mProceedingsWK2020WK
d[WKagcfXagcf

1.4 3
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132 —tructureXpctivityKrelationshipKofK”uercetinKandKitsKTumorKNecrosisKuactorKplphaKinhibitionKactivityK
byKcomputationalKandKmachineKlearningKmethodsYKMaterialsmToday:mProceedingsWK2020WK 1.4 2

131 ”uantumKrhemicalWKVibrationalK—pectroscopicKandK}olecularKsockingK—tudiesKofK
]XSsiphenylmethylT“iperazineYKPolycyclicmAromaticmCompoundsWK2020WK]Xa] 1.3 1

130 vrowthWKmolecularKstructureKandKcharacterizationKofK{XxsoleuciniumKhydrogenKmaleateKhemihydrateK
S{x}TKN{’KsingleKcrystalKbyKdensityKfunctionKtheoryYKMaterialsmToday:mProceedingsWK2020WKd[WKadhhXadhh 1.4

129 —pectroscopicWKquantumKchemicalKcalculationsWKandKmolecularKdockingKanalysisKofKbXrhlorophenylK
boronicKacidYKSpectroscopymLettersWK2020WKdbWKffgXfha 1.1 2

128 —pectroscopicKtheoreticalKstudiesKandKwaveKfunctionKanalysisKonK]X“henylKsulfonylK“yrroleKwithK
quantumKchemicalKcomputationKtechniquesYKMaterialsmToday:mProceedingsWK2020WKd[WKagaeXagae 1.4 0

127
—pectroscopicKandKsuTKstudiesWKstructuralKdeterminationWKchemicalKpropertiesKandKmolecularK
dockingKofK]XSbXbromoXaXthienylTXbX[cXSdimethylaminoTXphenyl]propXaXenX]XoneYKJournalmofm
MolecularmStructureWK2020WK]a[[WK]af]ab

3.4 13

126
}olecularKstructureKinterpretationWKspectroscopicKSuTXx–WKuTX–amanTWKelectronicKsolvationKSUVXVisWK
w’}’X{U}’KandKN{’TKpropertiesKandKbiologicalKevaluationKofK
SatTXbXSbiphenylXcXylTX]XScXbromophenylTpropXaXenX]XoneiKtxperimentalKandKcomputationalK
modelingKapproachYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2020WK
aaeWK]]fe[h

4.4 26

125 —pectroscopicKandKquantumKcomputationalKstudyKonKnaproxenKsodiumYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2020WKaaeWK]]fe]c 4.4 22

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

123
pKcomputationalKandKspectroscopicKinterpretationKSuTXx–WKuTX–amanWKUVâ��visKandKN}–TKwithK
molecularKdockingKstudiesKonKbXcarboxyXaXhydroxyXNWKNWKNXtrimethylX]XpropanaminiumKhydroxideiKpK
pharmaceuticalKdrugYKChemicalmDatamCollectionsWK2019WKa[WK][[]h]

2.1 8

122
pnKantipsychoticKdrugiK—pectroscopicKidentificationWKstructuralKfeaturesWKsuTKcomputationsKandK
molecularKdockingKstudiesKonKcXSmethylaminoTXbXnitrobenzoicKacidYKJournalmofmMolecularmStructureWK
2019WK]]heWKbbXc]

3.4 2

121
—pectroscopicWKchemicalKreactivityWKmolecularKdockingKinvestigationKandK”—p–KanalysesKofK
SatTX]XSbXbromoXaXthienylTXbXSaWdXdimethoxyphenylTpropXaXenX]XoneYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2019WKaaaWK]]f]h[

4.4 10

120 —pectroscopicWKquantumKcomputationalKandKmolecularKdockingKstudiesKonK]XphenylcyclopentaneK
carboxylicKacidYKComputationalmBiologymandmChemistryWK2019WKgaWKccXde 3.6 21

119
}olecularKdockingWKspectroscopicKstudiesKonKcX[aXSsipropylaminoTKethyl]X]WbXdihydroXawXindolXaXoneK
andK”—p–KstudyKofKaKgroupKofKdopamineKagonistsKbyKdensityKfunctionalKmethodYKSpectrochimicam
Actam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2019WKaaaWK]]f]gd

4.4 5

118
romputationalKevaluationKofKtheKreactivityKandKpharmaceuticalKpotentialKofKanKorganicKamineiKpK
suTWKmolecularKdynamicsKsimulationsKandKmolecularKdockingKapproachYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2019WKaaaWK]]f]gg

4.4 31

117 —pectralWKsuTKandKmolecularKdockingKinvestigationsKonKttodolacYKJournalmofmMolecularmStructureWK
2019WK]]hdWKfcfXfe] 3.4 21

116
—pectroscopicKandKquantumZclassicalKmechanicsKbasedKcomputationalKstudiesKtoKcompareKtheK
abilityKofKpndrographolideKandKitsKderivativeKtoKinhibitKNitricK’xideK—ynthaseYKSpectrochimicamActam-m
PartmA:mMolecularmandmBiomolecularmSpectroscopyWK2019WKa]gWKbfcXbgf

4.4 21

115
suTWKmolecularKdockingKandKexperimentalKuTXx–WKuTX–amanWKN}–KinquisitionsKonK
â��cXchloroXNXScWdXdihydroX]wXimidazolXaXylTXeXmethoxyXaXmethylpyrimidinXdXamineâ��iK
plphaXaXimidazolineKreceptorKagonistKantihypertensiveKagentYKJournalmofmMolecularmStructureWK2019WK
]]geWKcegXcg]

3.4 48

(2019-2020)

7



114
xnfluenceKofKacetylWKhydroxyKandKmethylKfunctionalKgroupsKonKaXphenylbutanoicKacidKbyKquantumK
computationalWKspectroscopicKandKligandXproteinKdockingKstudiesYKJournalmofmMolecularmStructureWK
2019WK]]ggWKhhX][h

3.4 18

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

112
—pectroscopicKSuTXx–WKuTX–amanTWKquantumKmechanicalKandKdockingKstudiesKonK
methyl[Sb—TXbXSnaphthalenX]XyloxyTXbXSthiophenXaXylTpropyl]amineYKJournalmofmMolecularmStructureWK
2019WK]]fdWK]ebX]fc

3.4 32

111
VibrationalKandKcomputationalKanalysisKforKmolecularKstructureKpropertiesKofK
NXSaXStrifluoromethylTphenylTacetamideiKsensityKfunctionalKtheoryKapproachYKSpectroscopymLettersWK
2019WKdaWKdebXdfe

1.1 6

110 ”uantumKcomputationalWKspectroscopicKinvestigationsKonKeXaminobenzimidazoleKbyKsuTZTsXsuTK
withKdifferentKsolventsKandKmolecularKdockingKstudiesYKJournalmofmMolecularmLiquidsWK2019WKaheWK]]]fgf 6 15

109
}olecularKstructureWKspectroscopicKSuTXx–WKuTX–amanTKstudiesWKwomoâ��{umoKandKuukuiKfunctionK
calculationsKofKaXpcetylKaminoXdXbromoXKcKmethylKpyridineKbyKdensityKfunctionalKtheoryYKChemicalm
DatamCollectionsWK2019WKacWK][[ah]

2.1 12

108
—pectroscopicWKwirshfeldKsurfaceWKchargeKtransferKexcitationWKcondensedKuukuiKfunctionKandK
molecularKdockingKinvestigationsKofK]XSbXqromoXaXthienylTXbXScXbutoxyphenylTXpropXaXenX]XoneYK
ChemicalmDatamCollectionsWK2019WKacWK][[b[h

2.1 2

107
—tructureâ��pctivityKrelationshipKstudiesKofKtwoKdietaryKflavonoidsKandKtheirKNitricK’xideK—ynthaseK
inhibitionKactivityKbyKspectroscopicKandKquantumZclassicalKcomputationalKtechniquesYKJournalmofm
TheoreticalmandmComputationalmChemistryWK2019WK]gWK]hd[[b]

1.8 3

106
—pectroscopicKSuTXx–WKuTX–amanWKN}–TKinvestigationKonK
aX[SaXaminoXeXoxoXeWhXdihydroXbwXpurinXhXylTmethoxy]ethylSa—TXaXaminoXbXmethylbutanoateKbyK
sensityKuunctionalKTheoryYKMaterialsmToday:mProceedingsWK2019WK]gWK]ff[X]fga

1.4 4

105 —ynthesisWKcharacterizationWKspectroscopicKstudiesWKsuTKandKmolecularKdockingKanalysisKofKNWK
NnXdibutylXbWKbnXdiaminobenzidineYKJournalmofmMolecularmStructureWK2019WK]]fhWKbadXbbd 3.4 9

104 }olecularKdockingKstudiesWKchargeKtransferKexcitationKandKwaveKfunctionKanalysesKSt—“WKt{uWK{’{TK
onKvalacyclovirKiKpKpotentialKantiviralKdrugYKComputationalmBiologymandmChemistryWK2019WKfgWKhX]f 3.6 75

103
”uantumKmechanicalWKspectroscopicKandKmolecularKdockingKstudiesKofK
NX[cXcyanoXbXStrifluoromethylTK
phenyl]XbX[ScXfluorophenylTsulfonyl]XaXhydroxyXaXmethylpropanamideYKChemicalmDatamCollectionsWK
2019WK]hWK][[]gb

2.1 5

102 {aserKdamageKthresholdWKhardnessKandKthirdKorderKnonXlinearKopticalKanalysisKofKpotassiumK
dihydrogenKphosphateKwithKsodiumKchlorideYKChemicalmDatamCollectionsWK2019WK]hWK][[]eh 2.1 1

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

100 vrowthKandKcharacterizationKofKlKX—erineiKpKpromisingKacentricKorganicKcrystalYKPhysicamB:mCondensedm
MatterWK2018WKdc]WKbaXca 2.8 11

99
”uantumKcomputationalKstudiesWKspectroscopicKSuTXx–WKuTX–amanKandKUVâ��VisTKprofilingWKnaturalK
hybridKorbitalKandKmolecularKdockingKanalysisKonKaWcKsibromoanilineYKJournalmofmMolecularmStructureWK
2018WK]]e[WKbhbXc[d

3.4 68

98
VibrationalKspectroscopicKSuTXx–WKuTX–amanTKandKquantumKmechanicalKstudyKofK
cXSaXchlorophenylTXaXethylXhXmethylXewXthieno[bWaXf]K[]WaWc]triazolo[cWbXa][]Wc]KdiazepineYKJournalmofm
MolecularmStructureWK2018WK]]dfWKd]hXdah

3.4 56

97 —pectroscopicKinvestigationWKhirshfeldKsurfaceKanalysisKandKmolecularKdockingKstudiesKonKantiXviralK
drugKentecavirYKJournalmofmMolecularmStructureWK2018WK]]ecWKccfXcdg 3.4 43
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96
”uantumKmechanicalKandKspectroscopicKSuTXx–WKuTX–amanTKstudyWKNq’KanalysisWKw’}’X{U}’WKfirstK
orderKhyperpolarizabilityKandKmolecularKdockingKstudyKofK
methyl[Sb–TXbXSaXmethylphenoxyTXbXphenylpropyl]amineKbyKdensityKfunctionalKmethodYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2018WK]ggWKbgaXbhb

4.4 41

95
xnvestigationKonK]XpcetylXcXScXhydroxyphenylTKpiperazineKanKantiXfungalKdrugKbyKspectroscopicWK
quantumKchemicalKcomputationsKandKmolecularKdockingKstudiesYKJournalmofmMolecularmStructureWK
2018WK]]fbWKdgbXdhd

3.4 23

94 vrowthWKspectroscopicKstudiesWKandKthirdKorderKnonXlinearKopticalKanalysisKofKanKorganicKdicarboxylicK
acidKbasedKsingleKcrystaliKUreaK’xalicKacidYKChinesemJournalmofmPhysicsWK2018WKdeWK]cchX]cee 3.5 18

93
VibrationalKandKelectronicKabsorptionKspectroscopicKprofilingWKnaturalKhybridKorbitalWKchargeK
transferWKelectronKlocalizationKfunctionKandKmolecularKdockingKanalysisKonKbXaminoXbXSaXnitrophenylTK
propionicKacidYKJournalmofmMolecularmStructureWK2018WK]]f]WKfbbXfce

3.4 17

92
”uantumKmechanicalWKspectroscopicKstudyKSuTXx–KandKuTKXK–amanTWKNq’KanalysisWKw’}’X{U}’WKfirstK
orderKhyperpolarizabilityKandKdockingKstudiesKofKaKnonXsteroidalKantiXinflammatoryKcompoundYK
JournalmofmMolecularmStructureWK2018WK]]deWKecdXede

3.4 42

91
—pectroscopicKSuTXx–WKuTX–amanTKinvestigationWKtopologyKSt—“WKt{uWK{’{TKanalysesWKchargeKtransferK
excitationKandKmolecularKdockingKSdengueWKwrVTKstudiesKonKribavirinYKChemicalmDatamCollectionsWK
2018WK]fX]gWKabeXad[

2.1 28

90
—pectroscopicKprofilingKSuTXx–WKuTX–amanWKN}–KandKUVXVisTWKautoxidationKmechanismKSwXqstTKandK
molecularKdockingKinvestigationKofKbXScXchlorophenylTXNWNXdimethylXbXpyridinXaXylpropanX]XamineK
byKsuTZTsXsuTKandKmolecularKdynamicsiKpKpotentialK——–xKdrugYKComputationalmBiologymandm
ChemistryWK2018WKffWK]b]X]cd

3.6 19

89
—pectroscopicKSuTXx–WKuTK–amanTKandKquantumKmechanicalKstudyKonK
NXSaWeXdimethylphenylTXaX{cX[aXhydroxyXbXSaXmethoxyphenoxyTpropyl]piperazinX]Xyl}acetamideYK
JournalmofmMolecularmStructureWK2018WK]]f]WKaegXafg

3.4 28

88
}olecularKdockingWKvibrationalKspectroscopyKstudiesKofK
S–—TXaXStertXbutylaminoTX]XSbXchlorophenylTpropanX]XoneiKpKpotentialKadrenalineKuptakeKinhibitorYK
JournalmofmMolecularmStructureWK2018WK]]fbWKad]Xae[

3.4 43

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

86 vrowthWKstructuralKandKcharacterizationKofKaKnovelKthirdKorderKnonlinearKopticalKqenzimidazoliumK
}aleateKsingleKcrystalYKJournalmofmMolecularmStructureWK2017WK]]ceWKdX]b 3.4 7

85
—ynthesisWKspectroscopicKSuTXx–WKuTX–amanWKN}–WKUVâ��VisibleTWKN{’WKNq’WKw’}’X{U}’WKuukuiK
functionKandKmolecularKdockingKstudyKofKStTX]XSdXbromoXaXhydroxybenzylideneTsemicarbazideYK
JournalmofmMolecularmStructureWK2017WK]]c]WKagcXahg

3.4 92

84
—tructuralKinvestigationWKspectroscopicKandKenergyKlevelKstudiesKofK—chiffKbaseiKaX[SbnXKNK
XsalicylidenephenylTbenzimidazole]KusingKexperimentalKandKsuTKmethodsYKJournalmofmMolecularm
StructureWK2017WK]]bhWKacfXadc

3.4 8

83
”uantumKmechanicalWKspectroscopicKandKdockingKstudiesKofKaXpminoXbXbromoXdXnitropyridineKbyK
sensityKuunctionalK}ethodYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK
2017WK]g]WK]dbX]eb

4.4 74

82 vrowthKandKcharacterizationKofKdlX}andelicKacidKSrewdrwS’wTr’awTKsingleKcrystalKforKthirdXorderK
nonlinearKopticalKapplicationsYKJournalmofmMolecularmStructureWK2017WK]]cgWKb]cXba] 3.4 26

81 ”uantumKmechanicalWKspectroscopicKstudiesKandKmolecularKdockingKanalysisKonK
dWdXdiphenylimidazolidineXaWcXdioneYKJournalmofmMolecularmStructureWK2017WK]]chWKcgfXchg 3.4 21

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

79
—ynthesisWKspectroscopicKSuTXx–WKuTX–amanWKN}–WKUVâ��VisibleTWKuukuiKfunctionWKantimicrobialKandK
molecularKdockingKstudyKofKStTX]XSbXbromobenzylideneTsemicarbazideKbyKsuTKmethodYKJournalmofm
MolecularmStructureWK2017WK]]b[WKbfcXbgc

3.4 16

(2017-2018)
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78
”uantumKmechanicalKandKspectroscopicKSuTXx–WKuTX–amanW]wW]brKN}–WKUVXVisTKstudiesWKNq’WKN{’WK
w’}’WK{U}’KandKuukuiKfunctionKanalysisKofKdX}ethoxyX]wXbenzo[d]imidazoleXaSbwTXthioneKbyKsuTK
studiesYKJournalmofmMolecularmStructureWK2017WK]]b[WKd]]Xda]

3.4 46

77
—ynthesisWKspectroscopicKSuTXx–WKuTX–amanWKN}–WKUVâ��VisibleTWKfirstKorderKhyperpolarizabilityWKNq’K
andKmolecularKdockingKstudyKofKStTX]XScXbromobenzylideneTsemicarbazideYKJournalmofmMolecularm
StructureWK2017WK]]agWKcg]Xcha

3.4 47

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

75 —tructuralWKopticalWKthermalKandKN{’KbehaviorKofKzincKhydrogenKmaleateKdihydrateKsingleKcrystalYK
MaterialsmScience-PolandWK2017WKbdWKffbXfgc 0.6

74
}olecularKstructureWKvibrationalKspectraWKNq’WKuukuiKfunctionWKw’}’X{U}’KanalysisKandKmolecularK
dockingKstudyKofKeX[SaXmethylphenylTsulfanyl]XdXpropylpyrimidineXaWcS]wWbwTXdioneYKMacedonianm
JournalmofmChemistrymandmChemicalmEngineeringWK2017WKbeWK

1.1 8

73
—ynthesisWKmolecularKstructureWKspectralKinvestigationKonK
StTX]XScXbromophenylTXbXScXSdimethylaminoTphenylTpropXaXenX]XoneYKJournalmofmMolecularmStructureWK
2016WK]][bWK]cdX]dd

3.4 10

72
—tructuralKandKspectroscopicKcharacterizationKouK
Nâ��X[S]tTXScXfluorophenylTmethylidene]thiopheneXaXcarbohydrazideWKaKpotentialKprecursorKtoK
bioactiveKagentsYKMacedonianmJournalmofmChemistrymandmChemicalmEngineeringWK2016WKbdWKeb

1.1 3

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

70
—pectroscopicKstudiesKSuTXx–WKuTX–amanWKUVXVisibleTWKnormalKcoXordinateKanalysisWKfirstXorderK
hyperpolarizabilityKandKw’}’WK{U}’KstudiesKofKbWcXdichlorobenzophenoneKbyKusingKsensityK
uunctionalK}ethodsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2015WK
]d]WKeccXdc

4.4 7

69
—pectroscopicKinvestigationKSuTx–KspectrumTWKNq’WKw’}’X{U}’KenergiesWKN{’KandK
thermodynamicKpropertiesKofKgX}ethylXNXvanillylXeXnonenamidebyKsuTKmethodsYKSpectrochimicam
Actam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2015WK]ceWK]ffXge

4.4 34

68
suTKelectronicKstructureKcalculationsWKspectroscopicKstudiesWKandKnormalKcoordinateKanalysisKofK
aX[SdXnitroX]WbXthiazolXaXylTcarbamoyl]phenylKacetateYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2015WK]bgWKfcbXda

4.4 4

67
NormalKcoXordinateKanalysisWKmolecularKstructuralWKnonXlinearKopticalWKsecondKorderKperturbationK
studiesKofKTizanidineKbyKdensityKfunctionalKtheoryYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2015WK]bhWK]ghXhh

4.4 1

66
”uantumKmechanicalKstudyKandKspectroscopicKSuTXx–WKuTX–amanWKS]bTrWKS]TwTKstudyWKfirstKorderK
hyperpolarizabilityWKNq’KanalysisWKw’}’KandK{U}’KanalysisKofKaXacetoxybenzoicKacidKbyKdensityK
functionalKmethodsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2015WK
]beK“tKrWK]ae[Xg

4.4 39

65
—ynthesisWKstructureWKspectroscopicKstudiesKSuTXx–WKuTX–amanKandKUVTWKnormalKcoordinateWKNq’KandK
N{’KanalysisKofKsalicylaldehydeKpXchlorophenylthiosemicarbazoneYKJournalmofmMolecularmStructureWK
2015WK][g]WKc[[Xc]a

3.4 33

64
}olecularKstructureWKvibrationalKspectraWKpx}WKw’}’X{U}’WKNq’WKUVWKfirstKorderK
hyperpolarizabilityWKanalysisKofKbXthiophenecarboxylicKacidKmonomerKandKdimerKbyKwartreeXuockKandK
densityKfunctionalKtheoryYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK
2015WK]beK“tKrWK]aafXca

4.4 48

63
VibrationalKspectraWKmolecularKstructureWKnaturalKbondKorbitalWKfirstKorderKhyperpolarizabilityWK
thermodynamicKanalysisKandKnormalKcoordinateKanalysisKofK—alicylaldehydeK
pXmethylphenylthiosemicarbazoneKbyKdensityKfunctionalKmethodYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2015WK]bcWKcdbXec

4.4 27

62
VibrationalKspectroscopicKstudiesWKnormalKcoXordinateKanalysisWKfirstKorderKhyperpolarizabilityWK
w’}’X{U}’KofKmidodrineKbyKusingKdensityKfunctionalKmethodsYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2015WK]bcWK]afXca

4.4 19

61
}olecularKstructureKanalysisKandKspectroscopicKcharacterizationKofK
hXmethoxyXawXfuro[bWaXg]chromenXaXoneKwithKexperimentalKSuTXx–KandKuTX–amanTKtechniquesKandK
quantumKchemicalKcalculationsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2015WK]bfWKfa]Xh

4.4 50
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60
”}Z}}KmethodologyWKdockingKandKspectroscopicKSuTXx–ZuTX–amanWKN}–WKUVTKandKuukuiKfunctionK
analysisKonKadrenergicKagonistYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2015WK]bfWKgc]Xdd

4.4 11

59
}olecularKstructureWKvibrationalKspectraWKfirstKorderKhyperKpolarizabilityWKNq’KandKw’}’X{U}’K
analysisKofKaXaminoXdXbromoXbenzoicKacidKmethylKesterYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2015WK]bfWK]bfcXge

4.4 16

58
VibrationalKspectraKofKbWdXdiaminoXeXchloroXNXSdiaminomethyleneTKpyrazineXaXcarboxamideiK
combinedKexperimentalKandKtheoreticalKstudiesYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2014WK]afWK]dfXef

4.4 10

57
uTx–KandK–amanKspectraWKelectronicKspectraKandKnormalKcoordinateKanalysisKofK
NWNXdimethylXbXphenylXbXpyridinXaXylXpropanX]XamineKbyKsuTKmethodYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2014WK]afWKcbhXdb

4.4 36

56
}olecularKorbitalKstudiesKShardnessWKchemicalKpotentialKandKelectrophilicityTWKvibrationalK
investigationKandKtheoreticalKNq’KanalysisKofKcXcRXS]wX]WaWcXtriazolX]XylKmethyleneTKdibenzonitrileK
basedKonKabinitioKandKsuTKmethodsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2014WK]a[WKabfXd]

4.4 80

55
—pectroscopicKstudiesKSuTx–WKuTX–amanKandKUVXVisibleTWKnormalKcoordinateKanalysisWKNq’KanalysisWK
firstKorderKhyperKpolarizabilityWKw’}’KandK{U}’KanalysisKofK
S]–TXNXS“ropXaXynX]XylTXaWbXdihydroX]wXindenX]XamineKmoleculeKbyKabKinitioKwuKandKdensityK
functionalKmethodsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK
]a]WKbhcXc[b

4.4 23

54
uTXx–WKuTX–amanKspectraKandKabKinitioKwuKandKsuTKcalculationsKofK
fXchloroXdXSaXchlorophenylTXbXhydroxyXaWbXdihydroX]wX]WcXbenzodiazepinXaXoneYKSpectrochimicam
Actam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]a[WK]gdXhc

4.4 16

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

52
—tudyKofKvibrationalKspectraWKnormalKcoordinateKanalysisKandKmolecularKstructureKofK
eXSaWbXdichlorophenylTX]WaWcXtriazineXbWdXdiamineKusingKdensityKfunctionalKtheoryYKSpectrochimicam
Actam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]a]WKca[Xh

4.4 13

51
VibrationalKandKUVKspectraWKfirstKorderKhyperpolarizabilityWKNq’KandKw’}’X{U}’KanalysisKofK
cXchloroXNXSaXmethylXaWbXdihydroindolX]XylTXbXsulfamoylXbenzamideYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2014WK]aaWK]X]c

4.4 15

50
}olecularKstructureWKnormalKcoordinateKanalysisWKharmonicKvibrationalKfrequenciesWKNq’WK
w’}’X{U}’KanalysisKandKdetonationKpropertiesKofKS—TXaXSaXoxopyrrolidinX]XylTKbutanamideKbyK
densityKfunctionalKmethodsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK
2014WK]]gWKf[aX]d

4.4 36

49
}olecularKorbitalKstudiesKShardnessWKchemicalKpotentialWKelectronegativityKandKelectrophilicityTWK
vibrationalKspectroscopicKinvestigationKandKnormalKcoordinateKanalysisKofK
dX{]XhydroxyXaX[SpropanXaXylTamino]ethyl}benzeneX]WbXdiolYKSpectrochimicamActam-mPartmA:mMolecularm
andmBiomolecularmSpectroscopyWK2014WK]]gWKegbXhc

4.4 9

48
NormalKcoordinateKanalysisKandKvibrationalKspectroscopyKSuTXx–KandKuTX–amanTKstudiesKofK
dXmethylXNX[cXStrifluoromethylTKphenyl]XisoxazoleXcXcarboxamideKusingKdensityKfunctionalKmethodYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]baWK]caXd]

4.4 4

47 VibrationalKspectraKandKnormalKcoordinateKanalysisKofKaXhydroxyXbXSaXmethoxyphenoxyTKpropylK
carbamateYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]baWKb]bXad 4.4 58

46 VibrationalKspectroscopicKstudyKandKNq’KanalysisKonKtranexamicKacidKusingKsuTKmethodYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]ahWK]gcXha 4.4 27

45
TheKspectroscopicKSuTXx–WKuTX–amanKandKN}–TWKNrpWKuukuiKfunctionKanalysisKfirstKorderK
hyperpolarizabilityWKTvpKofKeXchloroXbWcdihydroXawX]WaWcXbenzothiazineXfXsulphonamide]W]XdioxideK
byKabKinitioKwuKandKsensityKuunctionalKmethodYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2014WK]abWKab[Xc[

4.4 6

44
”uantumKmechanicalKstudyKofKtheKstructureKandKspectroscopicKSuTx–WKuTX–amanTWKfirstXorderK
hyperpolarizabilityKandKNq’KanalysisKofK]WaXbenzoxazolXbXylmenthaneKsulfonamideYKSpectrochimicam
Actam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]agWKe[bX]b

4.4 9

43
NormalKcoordinateKanalysisWKmolecularKstructureWKvibrationalKandKelectronicKspectralKinvestigationKofK
fXS]WbXdioxolanXaXylmethylTX]WbXdimethylpurineXaWeXdioneKbyKabKinitioKwuKandKsuTKmethodYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2014WK]]gWKdfgXgg

4.4 9
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42
VibrationalKspectraWKfirstKorderKhyperpolarizabilityWKNq’WKuukuiKfunctionKandKw’}’X{U}’KanalysisK
ofKaX[cXS]WbXbenzodioxolXdXylmethylTX]Xpiperazinyl]KpyrimidineYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2013WK]]dWKedcXee

4.4 5

41
txperimentalKandKcomputationalKstudyKonKmolecularKstructureKandKvibrationalKanalysisKofK
cWdXqisShydroxymethylTXaXmethylpyridinXbXolKbyKnormalKcoordinateKtreatmentYKSpectrochimicamActam-m
PartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK]]dWK]h]Xa[]

4.4 7

40
—pectroscopicKstudiesKSuTx–WKuTX–amanKandKUVTWKpotentialKenergyKsurfaceKscanWKnormalKcoordinateK
analysisKandKNq’KanalysisKofKSa–Wb–Wc–Wd—TX]XSaXhydroxyethylTXaXShydroxymethylTK
piperidineXbWcWdXtriolKbyKsuTKmethodsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2013WK][gWKbgXch

4.4 38

39
}olecularKstructureKanalysisKandKspectroscopicKcharacterizationKofK
dXethylXdXphenylX]WbXdiazinaneXcWeXdioneKwithKexperimentalKSuTXx–KandKuTX–amanTKtechniquesKandK
quantumKchemicalKcalculationsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2013WK][eWKb][Xa[

4.4 10

38
”uantumKmechanicalKstudyKofKtheKstructureKandKspectroscopicKSuTXx–WKuTX–amanTWKfirstXorderK
hyperpolarizabilityWKNq’KandKw’}’X{U}’KanalysisKofK—X—XaKmethylaminoX]XphenylKpropanX]XolYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK][fWKbgeXhg

4.4 10

37
”uantumKchemicalKstudiesWKvibrationalKanalysisWKmolecularKstructureWKfirstKorderKhyperKpolarizabilityWK
Nq’KandKw’}’X{U}’KanalysisKofKbXhydroxybenzaldehydeKandKitsKcationYKSpectrochimicamActam-mPartm
A:mMolecularmandmBiomolecularmSpectroscopyWK2013WK]]dWKfghXhh

4.4 13

36
txperimentalKspectroscopicKSuTx–WKuTX–amanWKuTXN}–WKUVXVisibleTKandKsuTKstudiesKofK
]XethylX]WcXdihydroXfXmethylXcoxoX]WgKnapthyridineXbXcarboxylicKacidsYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2013WK]]eWKaa[Xbd

4.4 5

35
”uantumKmechanicalWKspectroscopicKstudiesKSuTXx–WKuTX–amanWKN}–WKUVTKandKnormalKcoordinatesK
analysisKonKbXS[aXSdiaminomethyleneaminoTKthiazolXcXyl]KmethylthioTXNRXsulfamoylpropanimidamideYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK][gWKb[fX]g

4.4 36

34
—ynthesisWKstructuralWKspectroscopicKstudiesWKNq’KanalysisWKN{’KandKw’}’X{U}’KofK
cXmethylXNXSbXnitrophenylTbenzeneKsulfonamideKwithKexperimentalKandKtheoreticalKapproachesYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK][gWK]dhXf[

4.4 65

33
txperimentalKandKtheoreticalKinvestigationsKofKspectroscopicKpropertiesKofK
gXchloroX]XmethylXeXphenylXcwX[]WaWc]triazolo[cWbXa][]Wc]benzodiazepineYKSpectrochimicamActam-mPartm
A:mMolecularmandmBiomolecularmSpectroscopyWK2013WK][eWK]ahXcd

4.4 10

32 pnKexperimentalKandKtheoreticalKstudyKofKtheKvibrationalKspectraKandKstructureKofKxsosorbideK
dinitrateYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK][hWKbaaXb[ 4.4 13

31
tlectronicKabsorptionWKvibrationalKspectraWKnonlinearKopticalKpropertiesWKNq’KanalysisKandK
thermodynamicKpropertiesKofKNXScXnitroXaXphenoxyphenylTKmethanesulfonamideKmoleculeKbyKabK
initioKwuKandKdensityKfunctionalKmethodsYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2013WK][gWK]geXhe

4.4 37

30
}olecularKstructuralWKnonXlinearKopticalWKsecondKorderKperturbationKandKuukuiKstudiesKofK
xndoleXbXpldehydeKusingKdensityKfunctionalKcalculationsYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2013WK][eWKahhXb[h

4.4 20

29
VibrationalKpssignmentsWKuirstX’rderKwyperpolarizabilityKandK}olecularK—tructureKofK
dXSaXrhlorphenylTXfXnitroXaWbXdihydroX]WcXbenzodiazepineXaXoneKbyKwartreeXuockKandKsensityK
uunctionalKTheoryKralculationsYKAsianmJournalmofmChemistryWK2013WKadWKeff]Xeffe

0.4 3

28
—ynthesisWKspectroscopicKSuTXx–WKuTX–amanWK]brWK]wWKUVTKstudyWKfirstKorderKhyperpolarizabilityWKNq’K
analysisWKw’}’KandK{U}’KanalysisKofKaSaXwydroxyphenylTXNXScX}ethylphenylTKNitroneYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK][hWKafaXg]

4.4 9

27
VibrationalKspectroscopyKinvestigationKusingKabKinitioKandKsuTKvibrationalKanalysisKofK
fXchloroXaXmethylaminoXdXphenylXbwX]WcXbenzodiazepineXcXoxideYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2013WK]]bWKaacXbd

4.4 12

26
VibrationalKandKspectroscopicKinvestigationKonKtheKstructureKofK
dwXdibenzo[bWf]azipineXdXcarboxamideYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularm
SpectroscopyWK2013WK]]cWK]X][

4.4 10

25
tlectronicKabsorptionWKvibrationalKspectraWKnonXlinearKopticalKpropertiesWKNq’KanalysisKandK
thermodynamicKpropertiesKofKhX[SaXhydroxyethoxyTKmethyl]KguanineKmoleculeKbyKdensityKfunctionalK
methodYKSolidmStatemSciencesWK2013WK]eWKh[X][]

3.4 51
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24
”uantumKmechanicalKstudyKofKtheKstructureKandKspectroscopicWKfirstKorderKhyperpolarizabilityWKuukuiK
functionWKNq’WKnormalKcoordinateKanalysisKofKphenylXNXScXmethylKphenylTKnitroneYKSpectrochimicam
Actam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2013WK]]aWKeaXff

4.4 15

23
—pectroscopicKandKmolecularKstructureKSmonomericKandKdimericKstructureTKinvestigationKofK
aX[SaXhydroxyphenylTKcarbonyloxy]KbenzoicKacidKbyKsuTKmethodiKpKcombinedKexperimentalKandK
theoreticalKstudyYKJournalmofmMolecularmStructureWK2013WK][bgWK]cdX]ea

3.4 34

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

21
uTx–WKuTX–p}pNWKN}–WKspectraWKnormalKcoXordinateKanalysisWKNq’WKN{’KandKsuTKcalculationKofK
NWNXdiethylXcXmethylpiperazineX]XcarboxamideKmoleculeYKSpectrochimicamActam-mPartmA:mMolecularm
andmBiomolecularmSpectroscopyWK2013WK]]dWKafdXge

4.4 15

20
sensityKfunctionalKtheoryKandKpbKinitioKstudiesKofKvibrationalKspectroscopicKSuTXx–WKuTX–amanKandK
UVTKfirstKorderKhyperpolarizabilitiesWKNq’WKw’}’â��{U}’KandKTsXsuTKanalysisKofKtheK
]WaXsihydropyrazoloKScWbXtTK“yrimidinXcXoneYKSolidmStatemSciencesWK2013WK]eWKcdXda

3.4 7

19
}olecularKstructureKandKspectroscopicKcharacterizationKofKethylKcXaminobenzoateKwithK
experimentalKtechniquesKandKsuTKquantumKchemicalKcalculationsYKSpectrochimicamActam-mPartmA:m
MolecularmandmBiomolecularmSpectroscopyWK2013WK]]aWK]ehXg]

4.4 20

18
}olecularK—tructureWKVibrationalK—pectroscopyKandKwomoWK{umoK—tudiesKofK
cXmethylXNXSaXmethylphenylTKqenzeneK—ulfonamideKUsingKsuTK}ethodYKAdvancedmMaterialsm
ResearchWK2013WKeedWK][]X]]]

0.5 1

17
”uantumKmechanicalKstudyKandKspectroscopicKSuTXx–WKuTX–amanWK]brWK]wWKUVTKstudyWKfirstKorderK
hyperpolarizabilityWKNq’KanalysisWKw’}’KandK{U}’KanalysisKofKcX[ScXaminobenzeneTKsulfonyl]K
anilineKbyKabKinitioKwuKandKdensityKfunctionalKmethodYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2012WKhaWK]dcXeb

4.4 88

16 VibrationalKspectroscopicKinvestigationKonKtheKstructureKofKaXethylpyridineXcXcarbothioamideYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2012WKhbWKa]cXaa 4.4 47

15 }olecularKstructureWKvibrationalKspectraWKfirstKorderKhyperKpolarizabilityWKNq’KandKw’}’â��{U}’K
analysisKofKcXaminoXbScXchlorophenylTKbutanoicKacidYKSolidmStatemSciencesWK2012WK]cWKcfeXcgf 3.4 39

14
—ynthesisWKXXrayKstructuralWKcharacterizationWKNq’KandKw’}’X{U}’KanalysisKusingKsuTKstudyKofK
cXmethylXNXSnaphthaleneX]XylTbenzeneKsulfonamideYKSpectrochimicamActam-mPartmA:mMolecularmandm
BiomolecularmSpectroscopyWK2012WKheWKedfXef

4.4 41

13
NormalKcoordinateKanalysisKandKvibrationalKspectroscopyKSuTXx–KandKuTX–amanTKstudiesKofK
Sa—TXaXaminoXbXSbWcXdihydroxyphenylTXaXmethylpropanoicKacidKusingKabKinitioKwuKandKsuTKmethodYK
SpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2012WKhhWKh[Xe

4.4 13

12 sensityKfunctionalKtheoryKandKabKinitioKstudiesKofKvibrationalKspectraKofKaXbisKSaXchloroethylTK
aminoperhydroX]WbWaXoxazaphosphorinaneXaXoxideYKMolecularmSimulationWK2011WKbfWK]afeX]agg 2 7

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

10 VibrationalKassignmentsKandKelectronicKstructureKcalculationsKforKeXthioguanineYKJournalmofmRamanm
SpectroscopyWK2009WKc[WK]efdX]eg] 2.3 45

9 VibrationalKspectralKassignmentsKofKparaldehydeKbyKabKinitioKandKdensityKfunctionalKmethodsYK
JournalmofmMolecularmModelingWK2008WK]cWKbfdXgb 2 7

8 VibrationalKspectroscopyKinvestigationKusingKabKinitioKandKdensityKfunctionalKtheoryKonK
pXanisaldehydeYKSpectrochimicamActam-mPartmA:mMolecularmandmBiomolecularmSpectroscopyWK2008WKf[WKdd[Xe 4.4 33

7 VibrationalKspectroscopyKinvestigationKusingKabKinitioKandKdensityKfunctionalKtheoryKonKflucytosineYK
JournalmofmRamanmSpectroscopyWK2007WKbgWK]dabX]db] 2.3 30

(2007-2013)
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6
—tructuralWKspectralKelucidationWKwavefunctionalKpropertiesWKnaturalKbondKorbitalsWKandKmolecularK
dockingKanalysisKofKsynthesizedK]XphenylXbScXmethoxyphenylTXaXpropenoneiKproteaseKkinaseK
inhibitorYKSpectroscopymLettersW]X]f

1.1 1

5 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

4 —tructuralWKspectralWKelectronicKandKopticalKinvestigationsKofKsXSXTXalphaX“henylglycineiKproteaseK
kinaseKinhibitorYKSpectroscopymLettersW]X]f 1.1 2

3 —T–UrTU–p{KpNsK“wp–}prtUTxrp{KtVp{UpTx’NK’uKcXwYs–’XYXqtNZp}xstKst–xVpTxVtiK
pNTxXqprTt–xp{KpNsKpNTxXVx–p{K“’TtNTYKAnkaramUniversitesimEczacilikmFakultesimDergisiWcefXcfh 0

2
romputationalKinvestigationWKeffectsKofKpolarKandKnonXpolarKsolventsKonKoptimizedKstructureKwithK
topologicalKparametersKSt{uWK{’{WKpx}WKandK–svTKofKthreeKglycineKderivativeKcompoundsYKStructuralm
ChemistryW]

1.8 0

1 txperimentalK—pectroscopicWK”uantumKromputationalWKwirshfeldK—urfaceWK}olecularKsockingWKandK
tlectronicKtxcitationK—tudiesKonKanKpntibioticKpgentiK—sZYKPolycyclicmAromaticmCompoundsW]Xad 1.3 1
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