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k Paper IF Citations

162 nGmechanisticGviewGofGtheGreactionGbetweenGphosphineGandGfluorineGatomfGinsightsGintoG—u[sG
isomersUGComputationalhandhTheoreticalhChemistrySG2022SGYY[cbe 2

161 NewGqZRGpartialGagonistGcandidatesfGanGinGsilicoGapproachGfromGstatisticalGmodelsSGmolecularG
dockingSGandGnqzrVâoxGpropertiesUGStructuralhChemistrySG2021SG[ZSGZXYeTZX[[ 1.8 0

160 qrugGdesignGofGnewGaTuâRGantagonistsGaidedGbyGartificialGneuralGnetworksUGJournalhofhMolecularh
GraphicshandhModellingSG2021SGYX]SGYXcd]] 2.8 1

159 qrugGdesignGofGnewGsigmaTYGantagonistsGagainstGneuropathicGpainfGnGQánRGstudyGusingGpartialGleastG
squaresGandGartificialGneuralGnetworksUGJournalhofhMolecularhStructureSG2021SGYZZ[SGYZeYab 3.4 2

158 nGpartialGleastGsquaresGandGartificialGneuralGnetworkGstudyGforGaGseriesGofGarylpiperazinesGasG
antidepressantGagentsUGJournalhofhMolecularhModelingSG2021SGZcSGZec 2 1

157
tenerationSGcontractionSGandGpolarisationGofGtaussianGbasisGsetsGforGatomicGandGmolecularG
calculationsGusingGtheGgeneratorGcoordinateGmethodGwithGpolynomialGdiscretisationfGatomsGfromGNaG
throughGplUGPhysicalhChemistryhChemicalhPhysicsSG2021SGZ[SGYbedeTYbeec

3.6

156 zicrowaveTqrivenGuexagonalTtoTzonoclinicGâransitionGinGoi—–fGnnGvnTqepthGrxperimentalG
vnvestigationGandGsirstT—rinciplesGátudyUGInorganichChemistrySG2020SGaeSGc]a[Tc]bd 5.1 12

155 rxperimentalGandGtheoreticalGstudyGonGstructureTtautomerismGamongGedaravoneSGisoxazoloneSGandG
theirGheterocyclesGderivativesGasGantioxidantsUGSaudihPharmaceuticalhJournalSG2020SGZdSGdYeTdZc 4.4 3

154 qrugGdesignGofGnewGaTuâbGantagonistsfGaGQánRGstudyGofGarylsulfonamideGderivativesUGStructuralh
ChemistrySG2020SG[YSGYadaTYaec 1.8 2

153 nccurateGatomicGelectronGaffinitiesGcalculatedGbyGusingGanionicGtaussianGbasisGsetsUGTheoreticalh
ChemistryhAccountsSG2020SGY[eSGY 1.9

152 –nGpolarizationGfunctionsGforGtaussianGbasisGsetsUGJournalhofhMolecularhModelingSG2020SGZbSGZe[ 2 1

151 prystalGpackingGofGaGzincOvvPTazideGcomplexGwithGaGNSNSáTtridentateGthiosemicarbazoneGligandfGnnG
experimentalGandGcomputationalGstudyUGJournalhofhMolecularhStructureSG2019SGYYecSG[e[T]XX 3.4 6

150 nG—roposalGforGtheGzechanismGofGtheGpuGRGp–GReactionUGACShOmegaSG2019SG]SGYcd][TYcd]e 3.9 2

149 nGmolecularGmodelingGstudyGofGcombretastatinTlikeGchalconesGasGanticancerGagentsGusingG—yáSGnNNG
andGconsensusGmodelsUGStructuralhChemistrySG2018SGZeSGeacTeba 1.8 4

148 áugarGmoietyGhasGaGsynergisticGeffectGonGhydroxylatedGxanthoneGforGbetterGantioxidantGactivityGofG
mangiferinUGMedicinalhChemistryhResearchSG2018SGZcSGYZcbTYZdZ 2.2 11

147 nGmechanisticGstudyGofGtheGelectrochemicalGbehaviorGofGpendimethalinGherbicideUGJournalhofh
ElectroanalyticalhChemistrySG2018SGdZbSGYacTYb[ 4.1 2

146 RelativisticG—rolapseTsreeGtaussianGoasisGáetsGofGQuadrupleT˛¶GQualityfGOaugTPR—sT]ZUGvvvUGâheGfTolockG
rlementsUGJournalhofhChemicalhTheoryhandhComputationSG2017SGY[SGYXe]TYYXY 6.4 4
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145 nccurateGpalculationsGofGRateGponstantsGforGtheGsorwardGandGReverseGuZ–GRGp–GhTkGup––uG
ReactionsUGChemistrySelectSG2017SGZSGcZbcTcZcZ 1.8 7

144 NewGconsensusGmultivariateGmodelsGbasedGonG—yáGandGnNNGstudiesGofGsigmaTYGreceptorG
antagonistsUGJournalhofhMolecularhModelingSG2017SGZ[SG[XZ 2 2

143 —hotodynamicGrfficiencyGofGóantheneGqyesGandGâheirG—hototoxicityGagainstGaGparcinomaGpellGyinefGnG
pomputationalGandGrxperimentalGátudyUGJournalhofhChemistrySG2017SGZXYcSGYTe 2.3 20

142 âurGuGZGRGp–GKleftrightarrowGKGuGZGp–GRrnpâv–NfGRnârGp–NáânNâáGnNqGRryrçnNprGâ–Gu–âG
nNqGqrNárGnáâR–—uõávpnyGzrqvnUGAstrophysicalhJournalwhSupplementhSeriesSG2016SGZZaSGZ 8 8

141 átructureGandGtoxicityGofGclozapineGandGolanzapineGonGagranulocytosisUGMedicinalhChemistryhResearch
SG2016SGZaSG[ZZT[Zd 2.2 3

140
vntramolecularGinteractionsSGisomerizationGandGvibrationalGfrequenciesGofGtwoGparacetamolG
analoguesfGnGspectroscopicGandGaGcomputationalGapproachUGSpectrochimicahActahyhParthA:hMolecularh
andhBiomolecularhSpectroscopySG2016SGYbZSGYbTZb

4.4 9

139 nnGantioxidantGmechanismGofGmorphineGandGrelatedGderivativesUGMedicinalhChemistryhResearchSG2016
SGZaSGdaZTdac 2.2 8

138 âheGYSZThydrogenGshiftGreactionGforGmonohalogenophosphanesG—uZóGandGu—óGOóGiGsSGplPUGMolecularh
PhysicsSG2016SGYY]SGZeeeT[XY] 1.7 3

137 çibrationalGspectroscopySGintramolecularGpul–GinteractionGandGconformationalGanalysisGofG
ZSaTdimethylTbenzylGbenzoateUGJournalhofhMolecularhStructureSG2016SGYYZaSGb]eTbaa 3.4 2

136 nGcomputationalGstudyGforGtheGantioxidantGcapacityGincreasesGinGhydroxyTderivativesGofGparacetamolG
andGsalicylicGacidUGMedicinalhChemistryhResearchSG2015SGZ]SG[]a[T[]ae 2.2 6

135 nccurateGtaussianGbasisGsetsGforGatomicGandGmolecularGcalculationsGobtainedGfromGtheGgeneratorG
coordinateGmethodGwithGpolynomialGdiscretizationUGJournalhofhMolecularhModelingSG2015SGZYSGZc] 2 1

134 âheoreticalGstudyGofGdibenzotetraaza[Y]−annuleneGcomplexesGwithGfirstGrowGtransitionGmetalsUG
ComputationalhandhTheoreticalhChemistrySG2015SGYXa]SGe[Tee 2 14

133 vnteractionGbetweenG—u[GandGsmallGwaterGclustersfGãnderstandingGtheGelectronicGandGspectroscopicG
propertiesUGComputationalhandhTheoreticalhChemistrySG2015SGYXaeSG[aT]] 2 16

132 rlectronicGpropertiesGofGtheGnsp–SGnsái–GandGnste–GradicalsfGyinearGorGcycliclUGPolyhedronSG2015SGdeSGYbXTYbc2.7 9

131 zolecularGpropertiesGofGtheG—p–GradicalfGheatGofGformationGandGtheGisomerizationGpathwaysUGJournalh
ofhMolecularhModelingSG2014SGZXSGZXc] 2 13

130 QuantumGchemicalGqsâGstudyGofGtheGinteractionGbetweenGmolecularGoxygenGandGseNâ��GcomplexesSG
andGeffectGofGtheGmacrocyclicGligandUGJournalhofhMolecularhModelingSG2014SGZXSGZY[Y 2 8

129 RelativisticG—rolapseTsreeGtaussianGoasisGáetGofGQuadrupleT˛¶GQualityfGOaugTPR—sT]ZUGvvUGâheGdTolockG
rlementsUGJournalhofhChemicalhTheoryhandhComputationSG2014SGYXSG]cbYT] 6.4 8

128 –nGtheGstabilityGofGtheGRuplZOtriphenylphosphinePZOaminePGcomplexesfGyigandGsubstituentGeffectsG
ofGcyclicGandGacyclicGaminesUGPolyhedronSG2014SGdYSGbbYTbbc 2.7 7

(2014-2017)
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127 RelativisticG—rolapseTsreeGtaussianGoasisGáetGofGQuadrupleT˛¶GQualityfGOaugTPR—sT]ZUGvUGâheGsTGandG
pTolockGrlementsUGJournalhofhChemicalhTheoryhandhComputationSG2014SGYXSG[dXXTb 6.4 14

126 âheGpu[—uZGandGpu[—uGisomersfGisomerizationSGhydrogenGreleaseSGthermodynamicSGandG
spectroscopyGpropertiesUGJournalhofhMolecularhModelingSG2014SGZXSGZ[cZ 2 8

125 zolecularGfeaturesGrelatedGtoGuvçGintegraseGinhibitionGobtainedGfromGstructureTGandGligandTbasedG
approachesUGPLoShONESG2014SGeSGedY[XY 3.7 5

124 —atternGrecognitionGtechniquesGappliedGtoGtheGstudyGofGleishmanialGglyceraldehydeT[TphosphateG
dehydrogenaseGinhibitionUGInternationalhJournalhofhMolecularhSciencesSG2014SGYaSG[YdbTZX[ 6.3 4

123 ãnderstandingGtheGcytotoxicityGorGcytoprotectiveGeffectsGofGbiologicalGandGsyntheticGquinoneG
derivativesGbyGredoxGmechanismUGJournalhofhMolecularhModelingSG2014SGZXSGZa]Y 2 11

122 p–GbondingGinGseN]GcomplexesGandGtheGeffectGofGtheGmacrocycleGligandfGnGqsâGstudyUGPolyhedronSG
2014SGbcSG[bT][ 2.7 8

121 nGátructureGandGnntioxidantGnctivityGátudyGofG—aracetamolGandGáalicylicGncidUGPharmacologyhph
PharmacySG2014SGXaSGYYdaTYYeY 0.3 6

120 nGcombinedGexperimentalGandGtheoreticalGapproachGforGradicalTscavengingGactivityGofGedaravoneG
andGitsGrelatedGderivativesUGStructuralhChemistrySG2013SGZ]SG[]eT[aa 1.8 8

119 ]ThydroxyTZSaTdimethylphenylTbenzophenonefGconformationalGstabilitySGsâTvRGandGRamanG
investigationUGSpectrochimicahActahyhParthA:hMolecularhandhBiomolecularhSpectroscopySG2013SGYXZSG[dbTeZ 4.4 10

118 qesignGandGevaluationGofG]TaminophenolGandGsalicylateGderivativesGasGfreeTradicalGscavengerUG
ChemicalhBiologyhandhDrughDesignSG2013SGdYSG]Y]Te 2.9 18

117 âheGtautomerismGinfluenceGonGtheGantioxidantGpredictionGofGoxederavoneUGMedicinalhChemistryh
ResearchSG2013SGZZSGabYcTabZ[ 2.2 5

116 vdentificationGofGelectronicGandGstructuralGdescriptorsGofGadenosineGanaloguesGrelatedGtoGinhibitionG
ofGleishmanialGglyceraldehydeT[TphosphateGdehydrogenaseUGMoleculesSG2013SGYdSGaX[ZTaX 4.8 9

115
poordinationGnbilityGofG—olyetherGandG—olyamineGyigandsfGnGqensityGsunctionalGâheoryGátudyGofG
sirstTGandGáecondTRowGâransitionGzetalsUGJournalhofhComputationalhandhTheoreticalhNanoscienceSG
2013SGYXSGZX[]TZX]X

0.3 7

114 NonTpeptidicGcruzainGinhibitorsGwithGtrypanocidalGactivityGdiscoveredGbyGvirtualGscreeningGandGinG
vitroGassayUGPLoShNeglectedhTropicalhDiseasesSG2013SGcSGeZ[cX 4.8 54

113 rvaluationGandGtheoreticalGstudyGonGtheGantiTinflammatoryGmechanismGofGYTnitroTZTphenylethaneUG
PlantahMedicaSG2013SGceSGbZdT[[ 3.1 14

112 nGâheoreticalGátudyGofGtheGqapsoneGqerivativesGonGzethemoglobinUGJournalhofhComputationalhandh
TheoreticalhNanoscienceSG2013SGYXSGZXZeTZX[[ 0.3 4

111 ãnderstandingGtheGmolecularGaspectsGofGtetrahydrocannabinolGandGcannabidiolGasGantioxidantsUG
MoleculesSG2013SGYdSGYZbb[Tc] 4.8 61

110
nGcombinedGstudyGusingGligandTbasedGdesignSGsynthesisSGandGpharmacologicalGevaluationGofG
analoguesGofGtheGacetaminophenGorthoTregioisomerGwithGpotentGanalgesicGactivityUGChemicalhBiologyh
andhDrughDesignSG2012SGdXSGeeTYXa

2.9 2
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109 âheGbasicGantioxidantGstructureGforGflavonoidGderivativesUGJournalhofhMolecularhModelingSG2012SGYdSG]Xc[TdX2 30

108 zachineGlearningGtechniquesGandGdrugGdesignUGCurrenthMedicinalhChemistrySG2012SGYeSG]ZdeTec 4.3 100

107 zetalGbindingGselectivityGofGoxaTazaGmacrocyclicGligandfGaGqsâGstudyGofGfirstTGandGsecondTrowG
transitionGmetalGforGfourGcoordinationGsystemsUGStructuralhChemistrySG2012SGZ[SGYa[eTYa]a 1.8 7

106 ndsorptionGofGsodiumGdodecylGsulfateGonGteGsubstratefGtheGeffectGofGaGlowTpolarityGsolventUG
InternationalhJournalhofhMolecularhSciencesSG2012SGY[SGcedXTe[ 6.3 22

105 âheoreticalGmodelsGforGtheGantitrypanosomalGactivityGofGthiosemicarbazoneGderivativesUG
InternationalhJournalhofhQuantumhChemistrySG2012SGYYZSG[[b]T[[cX 2.1 1

104 sirstTGandGsecondTrowGtransitionGmetalGoxaTazaGmacrocyclicGcomplexesfGaGqsâGstudyGofGanGoctahedralG
conformationUGJournalhofhMolecularhModelingSG2012SGYdSG[Z][Ta[ 2 7

103 qensityGfunctionalGtheoryGOqsâPGstudyGofGedaravoneGderivativesGasGantioxidantsUGInternationalh
JournalhofhMolecularhSciencesSG2012SGY[SGcae]TbXb 6.3 21

102 vnfraredGápectroscopyGofGnnionicSGpationicSGandGZwitterionicGáurfactantsUGAdvanceshinhPhysicalh
ChemistrySG2012SGZXYZSGYTY] 178

101 zolecularGseaturesGforGnntitrypanosomalGnctivityGofGâhiosemicarbazonesGRevealedGbyG–—áT—yáG
QánRGátudiesUGMedicinalhChemistrySG2012SGdSGYX]aTYXab 1.8 1

100 zolecularGfeaturesGforGantitrypanosomalGactivityGofGthiosemicarbazonesGrevealedGbyG–—áT—yáGQánRG
studiesUGMedicinalhChemistrySG2012SGdSGYX]aTab 1.8 5

99 átructuralGandGrlectronicG—ropertiesGofGqipyridamoleGandGqerivativesUGJournalhofhComputationalhandh
TheoreticalhNanoscienceSG2011SGdSGbeTc[ 0.3 2

98 nrtificialGneuralGnetworksGandGtheGstudyGofGtheGpsychoactivityGofGcannabinoidGcompoundsUGChemicalh
BiologyhandhDrughDesignSG2010SGcaSGb[ZT]X 2.9 11

97 vnsightsGintoGtheGmolecularGrequirementsGforGtheGantiTobesityGactivityGofGaGseriesGofGpoYGligandsUG
ChemicalhBiologyhandhDrughDesignSG2010SGcbSG[ZXTe 2.9 8

96 —ropriedadesGquˆ›micoTquˆ¢nticasGempregadasGemGestudosGdasGrelaˆ§ˆµesGestruturaTatividadeUGQuimicah
NovaSG2010SG[[SGbe]Tbee 1.6 31

95 —harmacophoreTbasedG[qGQánRGstudiesGonGaGseriesGofGhighGaffinityGaTuâYnGreceptorGligandsUG
EuropeanhJournalhofhMedicinalhChemistrySG2010SG]aSGYaXdTY] 6.8 24

94 âheGeffectGofGtheGnegativeGcouplingGparameterGonGtheGspectrumGofGaGtrappedGooseGgasUGJournalhofh
MathematicalhChemistrySG2010SG]cSGb[bTb]b 2.1

93 –neTdimensionalGtrappedGatomsfGcriticalGcouplingGparameterGandGcriticalGnumberGofGparticlesUG
JournalhofhMathematicalhChemistrySG2010SG]dSGbdcTbeb 2.1

92 NovelGinsightsGforGdihydroorotateGdehydrogenaseGclassGYnGinhibitorsGdiscoveryUGEuropeanhJournalhofh
MedicinalhChemistrySG2010SG]aSGadeeTeXe 6.8 36

(2010-2012)
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91 —hotophysicalGpropertiesGandGquantumGchemicalGstudiesGofGpolyOZScTeSeNTdihexylfluoreneTdyilPUG
JournalhofhthehBrazilianhChemicalhSocietySG2009SGZXSGYbXTYbb 1.5 13

90 qockingGandGmolecularGdynamicsGsimulationGofGquinoneGcompoundsGwithGtrypanocidalGactivityUG
JournalhofhMolecularhModelingSG2009SGYaSGYYcaTd] 2 11

89 nGchemometricGstudyGonGtheGanalgesicGactivityGofGcannabinoidGcompoundsGusingGáqnSGxNNGandG
ávzpnGmethodsUGStructuralhChemistrySG2009SGZXSGaccTada 1.8 7

88 âheGoriginGofGtheGmolecularGinteractionGbetweenGaminoGacidsGandGgoldGnanoparticlesfGnGtheoreticalG
andGexperimentalGinvestigationUGChemicalhPhysicshLettersSG2009SG]beSGYdbTYeX 2.5 38

87 rxcitationGenergiesGfromGgroundTstateGdensityTfunctionalsGbyGmeansGofGgeneratorGcoordinatesUG
PhysicalhChemistryhChemicalhPhysicsSG2009SGYYSG]ab]Te 3.6 3

86 pomplexationGofGtheGantiTârypanosomaGcruziGdrugGbenznidazoleGimprovesGsolubilityGandGefficacyUG
JournalhofhMedicinalhChemistrySG2008SGaYSG]YX]TY] 8.3 53

85 nGprˆ¡ticaGdocenteGnaGformaˆ§ˆ£oGdoGpˆ‡sTgraduandoGemGquˆ›micaUGQuimicahNovaSG2008SG[YSGYdddTYdeY 1.6 2

84 nGneuralGnetworksGstudyGofGquinoneGcompoundsGwithGtrypanocidalGactivityUGJournalhofhMolecularh
ModelingSG2008SGY]SGecaTda 2 13

83 prystalGstructureGandGtheoreticalGcalculationsGofGwulocrotineSGaGnaturalGproductGwithGantileishmanialG
activityUGInternationalhJournalhofhQuantumhChemistrySG2008SGYXdSGaY[TaZX 2.1 9

82 nGchemometricGstudyGofGtheGaTuâOYnPGreceptorGaffinitiesGpresentedGbyGarylpiperazineGcompoundsUG
EuropeanhJournalhofhMedicinalhChemistrySG2008SG][SG[b]TcZ 6.8 15

81 nGtheoreticalGstudyGonGtheGóesZGmoleculeUGChemicalhPhysicsSG2008SG[]dSGdeTeb 2.3 13

80 nGcombinedGóTrayGandGtheoreticalGstudyGofGflavonoidGcompoundsGwithGantiTinflammatoryGactivityUG
ComputationalhandhTheoreticalhChemistrySG2008SGdbZSGYbTZX 10

79 âwoTdimensionalGQánRGstudiesGonGarylpiperazinesGasGhighTaffinityGaTuâOYnPGreceptorGligandsUG
MedicinalhChemistrySG2008SG]SG[ZdT[a 1.8 10

78 teneratorGcoordinateGmethodGinGtimeTdependentGdensityTfunctionalGtheoryfGmemoryGmadeGsimpleUG
JournalhofhChemicalhPhysicsSG2007SGYZcSGYZ]YXY 3.9 17

77
—hotoinducedGelectronTtransferGprocessesGbasedGonGnovelGbipyridineTRuOvvPGcomplexfGpropertiesGofG
cisT[RuOZSZNTbipyridinePZOaSbTbisO[TamidopyridinePTcToxanorborneneP−O—sbPZGandG
cisT[RuOZSZNTbipyridinePZO[TaminopyridinePZ−O—sbPZGcomplexesUGInorganichChemistrySG2007SG]bSGac]]Ta[

5.1 11

76 âheGisomerizationGofGdinitrogenGtetroxidefG–ZNTN–ZGTTkG–N–TN–ZUGJournalhofhPhysicalhChemistryhASG
2007SGYYYSGZeY[TZX 2.8 52

75 YS]TGndditionGofGdiazomethaneGtoGaGheterodienefGaGdirectGpreparationGofGtheGoxazolicGringUGAnaishDah
AcademiahBrasileirahDehCienciasSG2007SGceSGZeT[[ 1.4 6

74 nGmultivariateGstudyGonGflavonoidGcompoundsGscavengingGtheGperoxynitriteGfreeGradicalUG
ComputationalhandhTheoreticalhChemistrySG2007SGdXdSGZaT[[ 28
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73 âheGasymmetricGdimerizationGofGnitrogenGdioxideUGChemicalhPhysicshLettersSG2007SG][bSG]cTaX 2.5 28

72 âheGnuclearGelectricGquadrupoleGmomentGofGlutetiumGfromGtheGmolecularGmethodUGChemicalhPhysicsh
LettersSG2007SG]]aSGeaTed 2.5 11

71 —rolapseTfreeGrelativisticGtaussianGbasisGsetsGforGtheGsuperheavyGelementsGupGtoGãuoGOZiYYdPGandGyrG
OZiYX[PUGAtomichDatahandhNuclearhDatahTablesSG2007SGe[SGe[YTebY 2 10

70 pationicGdyeGdimersfGaGtheoreticalGstudyUGTheoreticalhChemistryhAccountsSG2007SGYYdSG[XaT[Y] 1.9 14

69 nGpartialGleastGsquaresGandGprincipalGcomponentGregressionGstudyGofGquinoneGcompoundsGwithG
trypanocidalGactivityUGStructuralhChemistrySG2007SGYdSG]eTac 1.8 21

68 átudiesGofGtheGelectrochemicalGreductionGofGatrazineGonGaGmercuryGelectrodeGinGacidGmediumfGnnG
electrochemicalGandGNzRGapproachUGJournalhofhElectroanalyticalhChemistrySG2007SGbXdSG]cTaY 4.1 10

67 âheGteneratorGpoordinateGqiracâ��sockGzethodGandGRelativisticGpalculationsGforGntomsGandG
zoleculesG2007SGceTYaX

66
nccurateGrelativisticGadaptedGtaussianGbasisGsetsGforGhydrogenGthroughGxenonGwithoutGvariationalG
prolapseGandGtoGbeGusedGwithGbothGuniformGsphereGandGtaussianGnucleusGmodelsUGJournalhofh
ComputationalhChemistrySG2006SGZcSGbYTcY

3.5 16

65
nccurateGrelativisticGadaptedGtaussianGbasisGsetsGforGpesiumGthroughGRadonGwithoutGvariationalG
prolapseGandGtoGbeGusedGwithGbothGuniformGsphereGandGtaussianGnucleusGmodelsUGJournalhofh
ComputationalhChemistrySG2006SGZcSGYecXTe

3.5 16

64 âheGnuclearGelectricGquadrupoleGmomentGofGantimonyGfromGtheGmolecularGmethodUGJournalhofh
ChemicalhPhysicsSG2006SGYZaSGb][XY 3.9 25

63 nGchemometricGstudyGofGmegazolGderivativesGwithGactivityGagainstGârypanosomaGequiperdumUGSARh
andhQSARhinhEnvironmentalhResearchSG2006SGYcSGa[[T]c 3.5 1

62 ãseGofGtraphiteG—olyurethaneGpompositeGrlectrodeGforGvmipramineG–xidationâ��zechanismG
—roposalGandGrlectroanalyticalGqeterminationUGAnalyticalhLettersSG2006SG[eSGaXcTaZX 2.2 35

61 RateGcoefficientGforGtheGreactionGái–GRGáiZ–ZGatGâGiGYXTYXXXGxUGJournalhofhPhysicalhChemistryhASG2006SG
YYXSGY[ZZYTb 2.8 8

60 qensityGfunctionalGtheoryGstudyGofGmetabolicGderivativesGofGtheGoxidationGofGparacetamolUG
InternationalhJournalhofhQuantumhChemistrySG2006SGYXbSGZbYcTZbZ[ 2.1 30

59
ndaptedGrelativisticGprolapseTfreeGtaussianGbasisGsetsGforGclosedGshellGatomsGupGtoGnobeliumGandGtoG
beGusedGwithGtheGuniformGsphereGnucleusGmodelUGInternationalhJournalhofhQuantumhChemistrySG2006SG
YXbSGZceXTZdX[

2.1 3

58 âheGemploymentGofGrelativisticGadaptedGtaussianGbasisGsetsGinGqouglasâ��xrollâ��uessGscalarG
calculationsGwithGdiatomicGmoleculesUGChemicalhPhysicsSG2006SG[[YSGYc[TYcc 2.3 8

57 nGpartialGleastGsquaresGregressionGstudyGwithGantioxidantGflavonoidGcompoundsUGStructuralhChemistry
SG2006SGYcSG[XcT[Y[ 1.8 17

56 âheGuseGofGclassificationGmethodsGforGmodelingGtheGantioxidantGactivityGofGflavonoidGcompoundsUG
JournalhofhMolecularhModelingSG2006SGYZSGeYaTZX 2 18

(2006-2007)
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55
qeactivationGofGtripletTexcitedGriboflavinGbyGpurineGderivativesfGimportantGroleGofGuricGacidGinG
lightTinducedGoxidationGofGmilkGsensitizedGbyGriboflavinUGJournalhofhAgriculturalhandhFoodhChemistrySG
2005SGa[SG[bceTd]

5.7 22

54 rlectrochemicalGoehaviorGofGNicotineGátudiedGbyGçoltammetricGâechniquesGatGooronTqopedG
qiamondGrlectrodesUGAnalyticalhLettersSG2005SG[dSGYadcTYaee 2.2 49

53 nGstructureTactivityGrelationshipGstudyGofGquinoneGcompoundsGwithGtrypanocidalGactivityUGEuropeanh
JournalhofhMedicinalhChemistrySG2005SG]XSG[ZeT[d 6.8 39

52
nnGaccurateGrelativisticGuniversalGtaussianGbasisGsetGforGhydrogenGthroughGNobeliumGwithoutG
variationalGprolapseGandGtoGbeGusedGwithGbothGuniformGsphereGandGtaussianGnucleusGmodelsUGJournalh
ofhComputationalhChemistrySG2005SGZbSGe[ZT]X

3.5 17

51 âheGeffectsGofGsolvationGinGtheGtheoreticalGspectraGofGcationicGdyesUGTheoreticalhChemistryhAccountsSG
2005SGYY[SGZc]TZdX 1.9 67

50 nGstudyGonGtheGinfluenceGofGmolecularGpropertiesGinGtheGpsychoactivityGofGcannabinoidGcompoundsUG
JournalhofhMolecularhModelingSG2005SGYYSGZXXTe 2 19

49 uighlyGaccurateGrelativisticGuniversalGtaussianGbasisGsetGforGqiracâ��sockâ��oreitGcalculationsUG
InternationalhJournalhofhQuantumhChemistrySG2005SGYXZSGYTc 2.1 1

48 áelectionGofGquantumGchemicalGdescriptorsGbyGchemometricGmethodsGinGtheGstudyGofGantioxidantG
activityGofGflavonoidGcompoundsUGInternationalhJournalhofhQuantumhChemistrySG2005SGYX[SGc[YTc[c 2.1 19

47 QuantumGchemicalGandGstatisticalGstudyGofGmegazolTderivedGcompoundsGwithGtrypanocidalGactivityUG
InternationalhJournalhofhQuantumhChemistrySG2005SGYX[SGc[dTc]d 2.1 3

46
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