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m Paper IF Citations

126
ppplicationKofK–angiferaKindicaKSmangoTKseedsKasKaKbiosorbentKforKremovalKofKéictazolKOrangeKbÇK
dyeKfromKaqueousKsolutionKandKstudyKofKtheKbiosorptionKmechanismYKChemicalhEngineeringhJournalWK
2012WKa[hWKdffXdgg

14.7 92

125 ppplicationKofKpqaiKátalksKasKqiosorbentsKforKtheKÇemovalKofKtheKsyeKÁrocionKqlueK–óXÇKfromK
pqueousKáolutionYKSeparationhSciencehandhTechnologyWK2012WKcfWKd]bXdae 2.5 72

124 átructuralKandKfunctionalKfeaturesKofKenzymesKofK–ycobacteriumKtuberculosisKpeptidoglycanK
biosynthesisKasKtargetsKforKdrugKdevelopmentYKTuberculosisWK2015WKhdWKhdX]]] 2.6 47

123 átructureKofKdihydrochalconesKandKrelatedKderivativesKandKtheirKscavengingKandKantioxidantKactivityK
againstKoxygenKandKnitrogenKradicalKspeciesYKMoleculesWK2011WK]eWK]fchXe[ 4.8 43

122 –ercuryKcontaminationKinKfishKfromKáantarˆ'mWKÁarˆ¡WKbrazilYKEnvironmentalhResearchWK2000WKgbWK]]fXaa 7.9 42

121 pKtheoreticalKstudyKofKphenolicKcompoundsKwithKantioxidantKpropertiesYKEuropeanhJournalhofh
MedicinalhChemistryWK2007WKcaWKcc[Xe 6.8 40

120 tvaluationKofKtotalKmercuryKconcentrationsKinKfishKconsumedKinKtheKmunicipalityKofKxtaitubaWKãapajˆ‡sK
ÇiverKqasinWKÁarˆ¡WKqrazilYKSciencehofhthehTotalhEnvironmentWK2000WKae]WK]Xg 10.2 40

119
txploringKtheKÁotentialityKofKNaturalKÁroductsKfromKtssentialKOilsKasKxnhibitorsKofKOdorantXqindingK
ÁroteinsiKpKátructureXKandKLigandXqasedKéirtualKácreeningKppproachKãoKuindKNovelK–osquitoK
ÇepellentsYKACShOmegaWK2019WKcWKaacfdXaacge

3.9 40

118
–ercuryKlevelsKassessmentKinKhairKofKriversideKinhabitantsKofKtheKãapajˆ‡sKÇiverWKÁarˆ¡KátateWKpmazonWK
qraziliKfishKconsumptionKasKaKpossibleKrouteKofKexposureYKJournalhofhTracehElementshinhMedicinehandh
BiologyWK2015WKb[WKeeXfe

4.1 38

117 átructureXactivityKrelationshipKstudyKofKflavoneKcompoundsKwithKantiXwxéX]KintegraseKactivityiKaK
densityKfunctionalKtheoryKstudyYKBioorganichandhMedicinalhChemistryWK2006WK]cWKf][dX]a 3.4 38

116 pKdensityKfunctionalKstudyKofKflavonoidKcompoundsKwithKantiXwxéKactivityYKEuropeanhJournalhofh
MedicinalhChemistryWK2006WKc]WKe]eXab 6.8 37

115 pKquantumKmechanicsZmolecularKmechanicsKstudyKofKtheKproteinXligandKinteractionKforKinhibitorsKofK
wxéX]KintegraseYKChemistryhzhAhEuropeanhJournalWK2007WK]bWKff]dXac 4.8 36

114
pKsuãKstudyKofKtheKsielsâ��plderKreactionKbetweenKmethylKacroleinKderivativesKandKcyclopentadieneYK
çnderstandingKtheKeffectsKofKLewisKacidsKcatalystsKbasedKonKsulfurKcontainingKboronKheterocyclesYK
TetrahedronWK2006WKeaWKdd[aXdd[h

2.4 35

113 –ycobacteriumKabscessusKlWdXãranspeptidasesKpreKáusceptibleKtoKxnactivationKbyKrarbapenemsKandK
rephalosporinsKbutKNotKÁenicillinsYKAntimicrobialhAgentshandhChemotherapyWK2017WKe]WK 5.9 33

112 ãhreeXdimensionalKmodelKforKanalysisKofKspatialKandKtemporalKpatternsKofKphytoplanktonKinKãucuruˆ›K
reservoirWKÁarˆ¡WKqrazilYKEcologicalhModellingWK2013WKadbWKagXcb 3 33

111 rombinedKkineticKstudiesKandKcomputationalKanalysisKonKkojicKacidKanalogousKasKtyrosinaseK
inhibitorsYKMoleculesWK2014WK]hWKhdh]Xe[d 4.8 31

110 éariabilityKinKessentialKoilKcompositionKofKÁiperKdilatatumKLYrYKÇichYKBiochemicalhSystematicshandh
EcologyWK2011WKbhWKeehXefd 1.4 31
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109 pKsuãKstudyKforKparacetamolKandKbWdXdisubstitutedKanaloguesYKComputationalhandhTheoreticalh
ChemistryWK2004WKefbWKhbXhf 31

108 xmpactKevaluationKofKaKpiscicultureKinKtheKãucuruˆ›KreservoirKSÁarˆ¡WKqrazilTKusingKaKtwoXdimensionalK
waterKqualityKmodelYKJournalhofhHydrologyWK2013WKcgfWK]X]a 6 30

107 zojicKacidWKaKsecondaryKmetaboliteKfromKpspergillusKspYWKactsKasKanKinducerKofKmacrophageK
activationYKCellhBiologyhInternationalWK2011WKbdWKbbdXcb 4.5 30

106 sensityKfunctionalKtheoryKstudyKofKmetabolicKderivativesKofKtheKoxidationKofKparacetamolYK
InternationalhJournalhofhQuantumhChemistryWK2006WK][eWKae]fXaeab 2.1 30

105 pntifungalKactivityKandKcomputationalKstudyKofKconstituentsKfromKÁiperKdivaricatumKessentialKoilK
againstKuusariumKinfectionKinKblackKpepperYKMoleculesWK2014WK]hWK]fhaeXca 4.8 25

104 ãheKcatalyticKmechanismKofKglyceraldehydeKbXphosphateKdehydrogenaseKfromKãrypanosomaKcruziK
elucidatedKviaKtheKÃ–Z––KapproachYKPhysicalhChemistryhChemicalhPhysicsWK2013WK]dWKbffaXgd 3.6 24

103
pKquantumKmechanicsZmolecularKmechanicsKstudyKofKtheKproteinXligandKinteractionKofKtwoKpotentK
inhibitorsKofKhumanKOXvlcNpcaseiKÁçvNpcKandKNpvXthiazolineYKJournalhofhPhysicalhChemistryhBWK
2008WK]]aWK]cae[Xe

3.4 24

102 qiotransformationKofKchalconesKbyKtheKendophyticKfungusKpspergillusKflavusKisolatedKfromK
ÁaspalumKmaritimumKtrinYKJournalhofhthehBrazilianhChemicalhSocietyWK2011WKaaWK]bbbX]bbg 1.5 23

101
ratalyticKmechanismKofKLWsXtranspeptidaseKaKfromK–ycobacteriumKtuberculosisKdescribedKbyKaK
computationalKapproachiKinsightsKforKtheKdesignKofKnewKantibioticsKdrugsYKJournalhofhChemicalh
InformationhandhModelingWK2014WKdcWKac[aX][

6.1 22

100 pKquantumKmechanicZmolecularKmechanicKstudyKofKtheKwildXtypeKandKN]ddáKmutantKwxéX]KintegraseK
complexedKwithKdiketoKacidYKBiophysicalhJournalWK2008WKhcWKaccbXd] 2.9 22

99 pKstructureâ��activityKrelationshipKstudyKofKwtÁãXanalogKcompoundsKwithKantiXwxéKactivityYK
ComputationalhandhTheoreticalhChemistryWK2000WKdb[WKbhXcf 22

98 pKquantumKchemicalKandKstatisticalKstudyKofKflavonoidKcompoundsKwithKantiXwxéKactivityYK
ComputationalhandhTheoreticalhChemistryWK1999WKch]WK]abX]b] 22

97 pKcomparativeKmodelingKandKmolecularKdockingKstudyKonK–ycobacteriumKtuberculosisKtargetsK
involvedKinKpeptidoglycanKbiosynthesisYKJournalhofhBiomolecularhStructurehandhDynamicsWK2016WKbcWKabhhXc]f3.6 21

96 tnzymeKmolecularKmechanismKasKaKstartingKpointKtoKdesignKnewKinhibitorsiKaKtheoreticalKstudyKofK
OXvlcNpcaseYKJournalhofhPhysicalhChemistryhBWK2011WK]]dWKefecXfd 3.4 21

95 ãheKÇoleKofKáhortXÇangeKsisorderKinKqaíOcKrrystalsKinKtheKxntenseKvreenKÁhotoluminescenceYK
JournalhofhPhysicalhChemistryhCWK2011WK]]dWK]a]g[X]a]ge 3.8 21

94 pKmultipleKlinearKregressionKandKpartialKleastKsquaresKstudyKofKflavonoidKcompoundsKwithKantiXwxéK
activityYKComputationalhandhTheoreticalhChemistryWK2001WKdc]WKg]Xgg 21

93 –ercuryKspeciationKinKhairKofKchildrenKinKthreeKcommunitiesKofKtheKpmazonWKqrazilYKBioMedhResearchh
InternationalWK2014WKa[]cWKhcdheb 3 18

92 sesignKandKevaluationKofKcXaminophenolKandKsalicylateKderivativesKasKfreeXradicalKscavengerYK
ChemicalhBiologyhandhDrughDesignWK2013WKg]WKc]cXh 2.9 18
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91 pKstructureâ��activityKrelationshipKSápÇTKstudyKofKsyntheticKneolignansKandKrelatedKcompoundsKwithK
biologicalKactivityKagainstKtscherichiaKcoliYKComputationalhandhTheoreticalhChemistryWK2002WKdgbWK][dX]]e 18

90
ãargetingKtheKcellKwallKofK–ycobacteriumKtuberculosisiKaKmolecularKmodelingKinvestigationKofKtheK
interactionKofKimipenemKandKmeropenemKwithKLWsXtranspeptidaseKaYKJournalhofhBiomolecularh
StructurehandhDynamicsWK2016WKbcWKb[cX]f

3.6 17

89 romputationalKanalysisKofKhumanKOvpKstructureKinKcomplexKwithKÁçvNpcKandKNpvXthiazolineK
derivativesYKJournalhofhChemicalhInformationhandhModelingWK2012WKdaWKaffdXgb 6.1 17

88 ralculationKofKbindingKenergyKusingKqLôÁZ––KforKtheKwxéX]KintegraseKcomplexedKwithKtheKáX]be[K
andKtwoKanaloguesYKBioorganichandhMedicinalhChemistryWK2007WK]dWKbg]gXac 3.4 17

87 pKÃápÇKstudyKofKgYOYcnXneolignansKwithKantifungalKactivityYKComputationalhandhTheoreticalh
ChemistryWK2004WKefaWKa]dXa]h 17

86 pKátructureXpctivityKÇelationshipKSápÇTKátudyKofKNeolignanKrompoundsKwithKpntiXschistosomiasisK
pctivityYKJournalhofhthehBrazilianhChemicalhSocietyWK2002WK]bWKb[[Xb[f 1.5 17

85 áimulatingKtheKinhibitionKreactionKofK–ycobacteriumKtuberculosisKLWsXtranspeptidaseKaKbyK
carbapenemsYKChemicalhCommunicationsWK2015WKd]WK]ade[Xa 5.8 16

84
áynthesisWKasXN–ÇKandKmolecularKmodellingKstudiesKofKpentacycloundecaneKlactamXpeptidesKandK
peptoidsKasKpotentialKwxéX]KwildKtypeKrXápKproteaseKinhibitorsYKJournalhofhEnzymehInhibitionhandh
MedicinalhChemistryWK2013WKagWKfgXgg

5.6 16

83
pKsuãKátudyKofKtheK–olecularK–echanismsKofKtheKsielsâ��plderKÇeactionKbetweenKryclopentadieneK
andKbXÁhenylX]XSaXpyridylTXaXpropenX]XoneKâ��KÇoleKofKtheKZnaVKLewisKpcidKratalystKandKíaterK
áolventYKEuropeanhJournalhofhOrganichChemistryWK2002WKa[[aWKaddf

3.2 16

82 átructuralKanalysisKofKviralKinfectivityKfactorKofKwxéKtypeK]KandKitsKinteractionKwithKpbvWKtlorKandK
tloqYKPLoShONEWK2014WKhWKegh]]e 3.7 16

81
ˆ�cidosKfenˆ‡licosWKflavonoidesKeKatividadeKantioxidanteKemKmˆ'isKdeK–eliponaKfasciculataWK–YK
flavolineataKSppidaeWK–eliponiniTKeKppisKmelliferaKSppidaeWKppiniTKdaKpmazˆ·niaYKQuimicahNovaWK2012WK
bdWK]fagX]fba

1.6 15

80 ÃuantumKmechanicalZmolecularKmechanicalKmolecularKdynamicsKsimulationKofKwildXtypeKandKsevenK
mutantsKofKrpNagyKinKcomplexKwithKÁçvNpcYKJournalhofhPhysicalhChemistryhBWK2010WK]]cWKf[ahXbe 3.4 15

79 átructureXpctivityKÇelationshipKofKrompoundsKwhichKareKpntiXáchistosomiasisKpctiveYKJournalhofhtheh
BrazilianhChemicalhSocietyWK1998WKhWKdffXdga 1.5 15

78 xnsightsKforKdesignKofKãrypanosomaKcruziKvpÁswKinhibitorsiKpKÃ–Z––K–sKstudyKofK
]WbXbisphospoXsXglycericKacidKanalogsYKInternationalhJournalhofhQuantumhChemistryWK2012WK]]aWKbbhgXbc[a2.1 14

77
pnKp–]KtheoreticalKstudyKonKtheKeffectKofKZnaVKLewisKacidKcatalysisKonKtheKmechanismKofKtheK
cycloadditionKbetweenKbXphenylX]XSaXpyridylTXaXpropenX]XoneKandKcyclopentadieneYKTetrahedronWK
2002WKdgWKaehdXaf[[

2.4 14

76 pcetylcholinesteraseKinhibitoryKactivityKandKmolecularKdockingKstudyKofK]XnitroXaXphenylethaneWKtheK
mainKconstituentKofKpnibaKcanelillaKessentialKoilYKChemicalhBiologyhandhDrughDesignWK2014WKgcWK]haXg 2.9 13

75 ãheoreticalKcalculationsKonKdipyridamoleKstructureKallowKtoKexplainKexperimentalKpropertiesK
associatedKtoKelectrochemicalKoxidationKandKprotonationYKChemicalhPhysicshLettersWK2001WKbchWK]ceX]da 2.5 13

74 pKtheoreticalKstudyKofKtheKintramolecularKheteroKsielsâ��plderKcycloadditionKreactionsKofKazoalkenesYK
ComputationalhandhTheoreticalhChemistryWK2001WKdbdWK]edX]eh 13
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73
éirtualKácreeningKandK–olecularKsynamicsKáimulationsKfromKaKqankKofK–oleculesKofKtheKpmazonK
ÇegionKpgainstKuunctionalKNábXcpKÁroteaseXwelicaseKtnzymeKofKwepatitisKrKéirusYKAppliedh
BiochemistryhandhBiotechnologyWK2015WK]feWK]f[hXa]

3.2 12

72
pKstudyKofKneolignanKcompoundsKwithKbiologicalKactivityKagainstKÁaracoccidioidesKbrasiliensisKbyK
usingKquantumKchemicalKandKchemometricKmethodsYKJournalhofhthehBrazilianhChemicalhSocietyWK2003WK
]cWKg[hXg]c

1.5 12

71 xnhibitionKofKtyrosinaseKbyKcwXchromeneKanalogsiKáynthesisWKkineticKstudiesWKandKcomputationalK
analysisYKChemicalhBiologyhandhDrughDesignWK2017WKh[WKg[cXg][ 2.9 11

70
txploringKrhlorideKáelectivityKandKwalogenaseKÇegioselectivityKofKtheKáalLKtnzymeKthroughK
ÃuantumK–echanicalZ–olecularK–echanicalK–odelingYKJournalhofhChemicalhInformationhandh
ModelingWK2020WKe[WKfbgXfce

6.1 11

69 seterminationKofKtotalKmercuryKinKworkersRKurineKinKgoldKshopsKofKxtaitubaWKÁarˆ¡KátateWKqrazilYK
SciencehofhthehTotalhEnvironmentWK2000WKae]WK]ehXfe 10.2 11

68 –olecularKmodelingKofKãYKrangeliWKãYKbruceiKgambienseWKandKãYKevansiKsialidasesKinKcomplexKwithKtheK
spNpKinhibitorYKChemicalhBiologyhandhDrughDesignWK2012WKg[WK]]cXa[ 2.9 10

67 rrystalKstructureKandKtheoreticalKstudyKofKxÇKandK]wKandK]brKN–ÇKspectraKofKcordatinWKaKnaturalK
productKwithKantiulcerogenicKactivityYKInternationalhJournalhofhQuantumhChemistryWK2008WK][gWKadecXadfd2.1 10

66 pKcombinedKóXrayKandKtheoreticalKstudyKofKflavonoidKcompoundsKwithKantiXinflammatoryKactivityYK
ComputationalhandhTheoreticalhChemistryWK2008WKgeaWK]eXa[ 10

65 romputationalKstudyKofKconformationalKchangesKinKhumanKbXhydroxyXbXmethylglutarylKcoenzymeK
reductaseKinducedKbyKsubstrateKbindingYKJournalhofhBiomolecularhStructurehandhDynamicsWK2019WKbfWKcbfcXcbgb3.6 10

64 pKtheoreticalKstudyKofKtheKmolecularKmechanismKofKtheKvpÁswKãrypanosomaKcruziKenzymeK
involvingKiodoacetateKinhibitorYKChemicalhPhysicshLettersWK2011WKd]cWKbbeXbc[ 2.5 9

63 romposiˆ§ˆ£oKquˆ›micaKeKvalorKnutricionalKparaKgrandesKherbˆ›vorosKdasKfolhasKeKfrutosKdeKaningaK
S–ontrichardiaKliniferaWKpraceaeTYKActahAmazonicaWK2010WKc[WKfahXfbe 0.8 9

62 rrystalKstructureKandKtheoreticalKcalculationsKofKyulocrotineWKaKnaturalKproductKwithKantileishmanialK
activityYKInternationalhJournalhofhQuantumhChemistryWK2008WK][gWKd]bXda[ 2.1 9

61 pKstudyKonKtheKeffectKofKLewisKacidKcatalysisKonKtheKmolecularKmechanismKofKtheKcycloadditionK
betweenKSKtKTXmethylKcinnamateKandKcyclopentadieneYKTetrahedronWK2001WKdfWKegffXeggb 2.4 9

60 pssessmentKofKtheKÁtãaseKconformationalKchangesKinducedKbyKpolySethyleneKterephthalateTK
bindingYKProteins:hStructureyhFunctionhandhBioinformaticsWK2021WKghWK]bc[X]bda 4.2 9

59 çnravelingKtheKpdditionXtliminationK–echanismKofKtÁáÁKáynthaseKthroughKromputerK–odelingYK
JournalhofhPhysicalhChemistryhBWK2017WK]a]WKgeaeXgebf 3.4 8

58 romputedKinsightKintoKaKpeptideKinhibitorKpreventingKtheKinducedKfitKmechanismKofK–urpKenzymeK
fromKÁseudomonasKaeruginosaYKChemicalhBiologyhandhDrughDesignWK2017WKghWKdhhXe[f 2.9 8

57 pKÃ–Z––KfreeKenergyKstudyKofKtheKoxidationKmechanismKofKdihydroorotateKdehydrogenaseKSclassK
]pTKfromKLactococcusKlactisYKJournalhofhPhysicalhChemistryhBWK2015WK]]hWK]cegXfb 3.4 8

56 pssessmentKofKsurfaceKwaterKinKtwoKpmazonianKriversKimpactedKbyKindustrialKwastewaterWK
qarcarenaKrityWKÁarˆ¡KátateKSqrazilTYKJournalhofhthehBrazilianhChemicalhSocietyWK2011WKaaWK]chbX]d[c 1.5 8

(2011-2015)
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55 romputationalKanalysisKofKasparticKproteaseKplasmepsinKxxKcomplexedKwithKtwdgKinhibitoriKaK
Ã–Z––K–sKstudyYKJournalhofhMolecularhModelingWK2011WK]fWKaeb]Xg 2 8

54 ãheoreticalKandKexperimentalKstudyKofKaparisthmaniKpKnaturalKproductKwithKantiXulcerKactivityYK
InternationalhJournalhofhQuantumhChemistryWK2006WK][eWKaf[eXaf]b 2.1 8

53 pbKxnitioKcorrelatedKallKelectronKsiracXuockKcalculationsKforKekaXfranciumKfluorideKSt]]huTYKJournalhofh
thehBrazilianhChemicalhSocietyWK2012WKabWK]][cX]]]b 1.5 8

52 ÁentacycloundecaneKlactamKvsKlactoneKnorstatineKtypeKproteaseKwxéKinhibitorsiKbindingKenergyK
calculationsKandKsuãKstudyYKJournalhofhBiomedicalhScienceWK2015WKaaWK]d 13.3 7

51 womologyKmodelingWKmolecularKdynamicsKandKÃ–Z––KstudyKofKtheKregulatoryKproteinKÁhoÁKfromK
rorynebacteriumKpseudotuberculosisYKJournalhofhMolecularhModelingWK2012WK]gWK]a]hXaf 2 7

50 romputationalKstudyKofKtheKmechanismKofKhalfXreactionsKinKclassK]pKdihydroorotateKdehydrogenaseK
fromKãrypanosomaKcruziYKPhysicalhChemistryhChemicalhPhysicsWK2013WK]dWK]ggebXf] 3.6 7

49 –etalXdependentKinhibitionKofKwxéX]KintegraseKbyKdrxãtÁKinhibitoriKpKtheoreticalKÃ–Z––KapproachYK
ChemicalhPhysicshLettersWK2013WKdgbWK]fdX]fh 2.5 7

48
ãheKmelatoninKanalogKdX–rpXNpãKincreasesKendogenousKdopamineKlevelsKbyKbindingKNÇwiquinoneK
reductaseKenzymeKinKtheKdevelopingKchickKretinaYKInternationalhJournalhofhDevelopmentalh
NeuroscienceWK2014WKbgWK]]hXae

2.7 7

47 pzoXhydrazoKconversionKviaK−]WdαXhydrogenKshiftsYKpKcombinedKexperimentalKandKtheoreticalKstudyYK
TetrahedronWK2012WKegWKeh[aXeh[f 2.4 7

46
xsolationWKóXrayKcrystalKstructureKandKtheoreticalKcalculationsKofKtheKnewKcompoundKgXtepicordatinK
andKidentificationKofKothersKterpenesKandKsteroidsKfromKtheKbarkKandKleavesKofKrrotonKpalanostigmaK
zlotzschYKJournalhofhthehBrazilianhChemicalhSocietyWK2010WKa]WKfb]Xfbh

1.5 7

45 tssentialKoilKcompositionKofKrrotonKpalanostigmaKzlotzschKfromKnorthKqrazilYKJournalhofhtheh
BrazilianhChemicalhSocietyWK2009WKa[WK]]ggX]]ha 1.5 7

44 pKÃ–Z––KstudyKofKtheKreactionKmechanismKforKtheKbnXprocessingKstepKcatalyzedKbyKwxéX]KintegraseYK
ComputationalhandhTheoreticalhChemistryWK2009WKghgWK]]dX]a[ 7

43 átructureKandKanalgesicKpropertiesKofKlayeredKdoubleKhydroxidesKintercalatedKwithKlowKamountsKofK
ibuprofenYKJournalhofhthehAmericanhCeramichSocietyWK2017WK][[WKaf]aXafa] 3.8 6

42 Ároteinâ��ligandKinteractionKofKãYKcruziKtransXsialidaseKinhibitorsiKaKdockingKandKÃ–Z––K–sKstudyYK
StructuralhChemistryWK2012WKabWK]cfX]da 1.8 6

41 romputationalKanalysesKofKinteractionsKbetweenKpLzXdKandKbioactiveKligandsiKinsightsKforKtheK
designKofKpotentialKanticancerKagentsYKJournalhofhBiomolecularhStructurehandhDynamicsWK2018WKbeWKc[][Xc[aa3.6 6

40 –odellingKáeagrassKqiomassKandKÇelativeKNutrientKrontentYKJournalhofhCoastalhResearchWK2013WKahWK]cf[ 0.6 5

39 pKtheoreticalKstudyKofKsalicylateKoxidationKforKps–tKpredictionYKMedicinalhChemistryhResearchWK2011WK
a[WKaehXafb 2.2 5

38 pKquantumKmechanicalZmolecularKmechanicalKstudyKofKtheKasparticKproteaseKplasmepsinKxéK
complexedKwithKallophenylnorstatineXbasedKinhibitorYKChemicalhPhysicshLettersWK2011WKd[hWK]ehX]fc 2.5 5
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37 pKdensityKfunctionalKtheoryKstudyKonKtheKmolecularKmechanismKofKtheKcycloadditionKbetweenK
StTXmethylKcinnamateKandKcyclopentadieneYKChemicalhPhysicsWK2004WKb[eWKbdXc] 2.3 5

36 pKquantumKchemicalKandKstatisticalKstudyKofKbiflavonoidKcompoundsKwithKantiXwxéKactivityYK
ComputationalhandhTheoreticalhChemistryWK2002WKdffWK]gfX]hd 5

35 ãheoreticalKstudyKviaKsuãKforKpredictionKofK]brKandK]wKN–ÇKdataKofKtwoKditerpenoidsKderivedKfromK
theKrootKofKsalviaKgrandifoliaYKJournalhofhthehSerbianhChemicalhSocietyWK2019WKgcWKdh]Xdhg 0.9 5

34 tvaluatingKtheKÁerformanceKofKaKNonXqondedKruK–odelKxncludingKyahnXãellerKtffectKintoKtheK
qindingKofKãyrosinaseKxnhibitorsYKInternationalhJournalhofhMolecularhSciencesWK2020WKa]WK 6.3 5

33 txploringKtheKoriginKofKtheKcatalyticKpowerKandKproductKspecificityKofKátãKdomainKproteinK
methyltransferaseYKMolecularhBioSystemsWK2016WK]aWKahg[Xb 5

32 xnvestigationKofKconventionalKandKnonXconventionalKhydrogenKbondsiKaKcomparisonKofK
fluorineXsubstitutedKandKnonXfluorineKsubstitutedKcompoundsYKMonatsheftehFˆ…rhChemieWK2017WK]cgWKa[e]Xa[eg1.4 4

31
xnsightsKintoKtheKmechanismKofKoxidationKofKdihydroorotateKtoKorotateKcatalysedKbyKhumanKclassKaK
dihydroorotateKdehydrogenaseiKaKÃ–Z––KfreeKenergyKstudyYKPhysicalhChemistryhChemicalhPhysicsWK
2015WK]fWK]ffh[Xe

3.6 4

30 xnvestigationsKintoKtheKflexibilityKofKtheKbsKstructureKandKrigidKbackboneKofKquinolineKbyKfluorineK
additionKtoKenhanceKitsKblueKemissionYKCrystEngCommWK2018WKa[WKab]eXabab 3.3 4

29 romputationalKxnvestigationKofKqisphosphateKxnhibitorsKofKbXseoxyXdXXoctulosonateKgXphosphateK
áynthaseYKMoleculesWK2019WKacWK 4.8 4

28 ÁroteinXligandKinteractionKstudyKofKrpOvpKinKcomplexKwithKvlcNpcstatinYKChemicalhBiologyhandhDrugh
DesignWK2013WKg]WKagcXh[ 2.9 4

27
LevelsKofKpsWKrdWKÁbKandKwgKfoundKinKtheKhairKfromKpeopleKlivingKinKpltamiraWKÁarˆ¡WKqraziliK
environmentalKimplicationsKinKtheKqeloK–onteKareaYKJournalhofhthehBrazilianhChemicalhSocietyWK2009WK
a[WK

1.5 4

26 pKstudyKonKtheKantiXwxéKactivityKofKbiflavonoidKcompoundsKbyKusingKquantumKchemicalKandK
chemometricKmethodsYKComputationalhandhTheoreticalhChemistryWK2004WKefcWK]h]X]hf 4
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