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64 investigationLofLriboswitchesLinLfungijLstructuralLandLdynamicalLinsightsLintoLúããLriboswitchesLinLZZL
RNAgBiologyXL2022XLaYad 4.8

63
pxLandLnonYcovalentLligandLbindingLmodulateLκikaLvirusLNõbr[NõcLproteaseLbindingLsiteLresiduesjL
tiscoveriesLfromLMtLandLconstantLpxLMtLsimulationsZLJournalgofgBiomoleculargStructuregandg
DynamicsXL2021XLaYad

3.6 1

62 xowLdoesL˛–xistidinea]bLaffectLtheLbindingLofLmodulatorsLtoL˛–˛†˛‡LwqrqLreceptorsoLmolecularL
insightsLfromLexperimentsZLPhysicalgChemistrygChemicalgPhysicsXL2021XLbcXLciicYd]]f 3.6 0

61 ynsightsLintoLtheLMechanismLofLuthionamideLíesistanceLinLMycobacteriumLtuberculosisLthroughLanL
inLsilicoLõtructuralLuvaluationLofLuthqLandLMutantsLydentifiedLinLslinicalLysolatesZLCatalystsXL2020XLa]XLedc 4 3

60 õtructuralLinsightsLintoLNõerLproteinLofLnovelLequineLhepacivirusesLandLpegivirusesLcomplexedLwithL
polymeraseLinhibitorsZLVirusgResearchXL2020XLbghXLaighfg 6.4 3

59 úheLrareLlncíNqLwá——tLisLwidespreadLandLstructurallyLconservedLamongLtíNqLarraysZLRNAgBiologyXL
2020XLagXLa]]aYa]]h 4.8 0

58 ydentificationLofLNovelLandLíecurrentLVariantsLinLaLõeriesLofLrrazilianLãatientsLwithLsartilageYxairL
xypoplasiajLMc–usickLõyndromeZLMoleculargSyndromologyXL2020XLa]XLbeeYbfc 1.5 2

57 wuidelinesLúoLãredictLrindingLãosesLofLqntibodyYyntegrinLsomplexesZLACSgOmegaXL2020XLeXLafcgiYafche3.9 1

56
õharedLrindingLModeLofLãerrottetineneLandLúetrahydrocannabinolLtiastereomersLinsideLtheLsraL
íeceptorLMayLyncentivizeLNovelLMedicinalLtrugLtesignjLvindingsLfromLanLqssayZLACSgChemicalg
NeuroscienceXL2020XLaaXLdbhiYdc]]

5.7 0

55
õtudyingLeffectsLofLdifferentLprotonationLstatesLofLxisaaLandLxisa]bLinLriboseYeYphosphateL
isomeraseLofLjLanLexampleLofLcooperativeLbehaviorZLJournalgofgBiomoleculargStructuregandgDynamicsXL
2020XLchXLb]dgYb]ef

3.6 4

54 andLrswLMoreauLvumarateLíeductaseLáperonsLãroduceLtifferentLãolypeptidesLúhatLMayLreL
íelatedLtoLNonYcanonicalLvunctionsZLFrontiersgingMicrobiologyXL2020XLaaXLfbdaba 5.7 2

53 yntegratingLMolecularLtockingLandLMolecularLtynamicsLõimulationsZLMethodsgingMoleculargBiologyXL
2019XLb]ecXLacYcd 1.4 19

52 renzimidazoleLinhibitorsLofLtheLmajorLcysteineLproteaseLofZLFuturegMedicinalgChemistryXL2019XLaaXLaecgYaeea4.1 5

51 ynLsilicoLanalysisLofLtheLVffMLvariantLofLhumanLrtNvLinLpsychiatricLdisordersjLqnLapproachLtoL
precisionLmedicineZLPLoSgONEXL2019XLadXLe]baee]h 3.7 13

50 UnravelingLíNqLdynamicalLbehaviorLofLúããLriboswitchesjLaLcomparisonLbetweenLuscherichiaLcoliL
andLqrabidopsisLthalianaZLScientificgReportsXL2019XLiXLdaig 4.9 12

49 úheLroleLofLhydrophobicityLinLtheLcoldLdenaturationLofLproteinsLunderLhighLpressurejLqLstudyLonL
apomyoglobinZLJournalgofgChemicalgPhysicsXL2019XLae]XL]gea]b 3.9 5

48 uffectsLofLtheLçh]–LãolymorphismLonLtheLãhysicochemicalLãropertiesLofLxepatitisLsLVirusLõubtypeL
aaLNõcLãroteaseZLVirusesXL2019XLaaXL 6.2 1
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47 UnderstandingLõtructureYqctivityLíelationshipsLforLúrypanosomalLsysteineLãroteaseLynhibitorsLbyL
õimulationsLandLvreeLunergyLsalculationsZLJournalgofgChemicalgInformationgandgModelingXL2019XLeiXLacgYadh6.1 14

46 úhiophenacetamideLasLaLpotentialLmodulatorLtoLNvY˛”rjLstructureLandLdynamicsLstudyLusingLandL
molecularLbiologyLassaysZLJournalgofgBiomoleculargStructuregandgDynamicsXL2019XLcgXLdcieYdd]f 3.6 3

45 ãressureLeffectLonLmicellizationLofLnonYionicLsurfactantLúritonLβYa]]ZLJournalgofgChemicalgPhysicsXL
2018XLadhXL]gdi]a 3.9 3

44 qntitumorLuffectLofLãomolicLqcidLinLqcuteLMyeloidL—eukemiaLsellsLynvolvesLsellLteathXLtecreasedL
sellLwrowthLandLúopoisomerasesLynhibitionZLAntiwCancergAgentsgingMedicinalgChemistryXL2018XLahXLadegYadfh2.2 0

43 wenomicLandLstructuralLfeaturesLofLtheLyellowLfeverLvirusLfromLtheLb]afYb]agLrrazilianLoutbreakZL
JournalgofgGeneralgVirologyXL2018XLiiXLecfYedh 4.9 30

42 õtructuralLinsightsLintoLleishmanolysinsLencodedLonLchromosomeLa]LofL—eishmaniaLTVianniaUL
braziliensisZLMemoriasgDogInstitutogOswaldogCruzXL2017XLaabXLfagYfbe 2.6 4

41 UsingLíNqLõequenceLandLõtructureLforLtheLãredictionLofLíiboswitchLqptamerjLqLsomprehensiveL
íeviewLofLqvailableLõoftwareLandLúoolsZLFrontiersgingGeneticsXL2017XLhXLbca 4.5 22

40 ussentialLdynamicsLofLtheLcoldLdenaturationjLpressureLandLtemperatureLeffectsLinLyeastLfrataxinZL
Proteins:gStructurevgFunctiongandgBioinformaticsXL2017XLheXLabeYacf 4.2 9

39
uvaluationLofLgYarylaminopyrazolo[aXeYa]pyrimidinesLasLantiYãlasmodiumLfalciparumXLantimalarialXL
andLãfYdihydroorotateLdehydrogenaseLinhibitorsZLEuropeangJournalgofgMedicinalgChemistryXL2017XL
abfXLgbYhc

6.8 43

38 roostingLtockingYrasedLVirtualLõcreeningLwithLteepL—earningZLJournalgofgChemicalgInformationgandg
ModelingXL2016XLefXLbdieYbe]f 6.1 175

37 saracterizaˆ§ˆ£oLdoLenvelhecimentoLpopulacionalLnoLmunicˆ›pioLdoLíioLdeLzaneirojLcontribuiˆ§ˆµesLparaL
polˆ›ticasLpˆ”blicasLsustentˆ¡veisZLCadernosgSaudegColetivaXL2016XLbdXLfcYfi 0.3 5

36 uxploringLtheLunbindingLofL—eishmaniaLT—ZULamazonensisLsãrLderivedYepitopesLfromLxbLMxsLclassLyL
proteinsZLProteins:gStructurevgFunctiongandgBioinformaticsXL2016XLhdXLdgcYhg 4.2 10

35 õtructuralLandLdynamicLinsightsLintoLtheLsYterminalLextensionLofLcysteineLproteinaseLrLfromL
—eishmaniaLamazonensisZLJournalgofgMoleculargGraphicsgandgModellingXL2016XLg]XLc]Yci 2.8 2

34 weduninLrindsLtoLMyeloidLtifferentiationLãroteinLbLandLympairsL—ipopolysaccharideYynducedL
úollY—ikeLíeceptorLdLõignalingLinLMacrophagesZLMoleculargPharmacologyXL2015XLhhXLidiYfa 4.3 11

33 somputationalLdrugLdesignLstrategiesLappliedLtoLtheLmodellingLofLhumanLimmunodeficiencyLvirusYaL
reverseLtranscriptaseLinhibitorsZLMemoriasgDogInstitutogOswaldogCruzXL2015XLaa]XLhdgYfd 2.6 17

32 upoxyY˛–YlapachoneLhasLinLvitroLandLinLvivoLantiYleishmaniaLT—eishmaniaULamazonensisLeffectsLandL
inhibitsLserineLproteinaseLactivityLinLthisLparasiteZLAntimicrobialgAgentsgandgChemotherapyXL2015XLeiXLaia]Yh5.9 24

31 ynLõilicoLydentificationLofLNovelLqãíy—LãeptideLqntagonistsLandLrindingLynsightsLbyLMolecularL
ModelingLandLymmunosorbentLqssaysZLProteingandgPeptidegLettersXL2015XLbbXLdcbYdb 1.9 1

30
tynamicLidentificationLofLxbLepitopesLfromL—eishmaniaLT—eishmaniaULamazonensisLcysteineL
proteinaseLrLwithLpotentialLimmuneLactivityLduringLmurineLinfectionZLJournalgofgMolecularg
RecognitionXL2014XLbgXLihYa]e

2.6 11
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29 õtructuralLandLmolecularLmodelingLfeaturesLofLãbβLreceptorsZLInternationalgJournalgofgMolecularg
SciencesXL2014XLaeXLdecaYdi 6.3 15

28
MegazolLandLitsLbioisostereLdxYaXbXdYtriazolejLcomparingLtheLtrypanocidalXLcytotoxicLandLgenotoxicL
activitiesLandLtheirLinLvitroLandLinLsilicoLinteractionsLwithLtheLúrypanosomaLbruceiLnitroreductaseL
enzymeZLMemoriasgDogInstitutogOswaldogCruzXL2014XLa]iXLcaeYbc

2.6 13

27 NaturallyLoccurringLgeneticLvariantsLofLhumanLcaspaseYaLdifferLconsiderablyLinLstructureLandLtheL
abilityLtoLactivateLinterleukinYa˛†ZLHumangMutationXL2013XLcdXLabbYca 4.7 28

26
úollYlikeLreceptorLaLNbdhõLsingleYnucleotideLpolymorphismLisLassociatedLwithLleprosyLriskLandL
regulatesLimmuneLactivationLduringLmycobacterialLinfectionZLJournalgofgInfectiousgDiseasesXL2013XL
b]hXLab]Yi

7 38

25
ã—qUõyr—uLryNtyNwLMátuLávLúxuLqsúyVuL˛–d˛†aLqNúqwáNyõúXLM–Y]fagXLtuúuíMyNutLrγL
tás–yNwLqNtLvíuuLuNuíwγLsq—sU—qúyáNõZLJournalgofgTheoreticalgandgComputationalgChemistryXL
2013XLabXLabe]a]h

1.8 6

24 MolecularLinteractionsLofLcYqr—LmutantsLinLcomplexLwithLimatinib[nilotinibjLaLcomputationalLstudyL
usingLlinearLinteractionLenergyLT—yuULcalculationsZLJournalgofgMoleculargModelingXL2012XLahXLdcccYda 2 5

23 somputationalLmodelingLofLtheLbx—xLdomainLofLtheLtranscriptionLfactorLúαyõúaLandLíaahsXLõaddíL
andL–adeuLmutantsZLBMCgBioinformaticsXL2012XLacXLahd 3.6 18

22 õtructureYbasedLfunctionalLinferenceLofLhypotheticalLproteinsLfromLMycoplasmaLhyopneumoniaeZL
JournalgofgMoleculargModelingXL2012XLahXLaiagYbe 2 12

21
ynLsilicoLpredictedLepitopesLfromLtheLsááxYterminalLextensionLofLcysteineLproteinaseLrLinducingL
distinctLimmuneLresponsesLduringL—eishmaniaLT—eishmaniaULamazonensisLexperimentalLmurineL
infectionZLBMCgImmunologyXL2011XLabXLdd

3.7 21

20
qnalysisLofL˛–dL˛†aintegrinLspecificLantagonistsLbindingLmodesjLstructuralLinsightsLbyLmolecularL
dockingXLmolecularLdynamicsLandLlinearLinteractionLenergyLmethodLforLfreeLenergyLcalculationsZL
JournalgofgthegBraziliangChemicalgSocietyXL2010XLbaXLedfYeee

1.5 5

19 NewLparameterizationLapproachesLofLtheL—yuLmethodLtoLimproveLfreeLenergyLcalculationsLofL
ãlmyyYynhibitorsLcomplexesZLJournalgofgComputationalgChemistryXL2010XLcaXLbgbcYcd 3.5 14

18 tissociationLofLmolecularLaggregatesLunderLhighLhydrostaticLpressurejLtheLinfluenceLofLwaterL
structureLonLrenzeneLclusterLsolubilityZLJournalgofgthegBraziliangChemicalgSocietyXL2009XLb]XLabbgYabcd 1.5 7

17 αaterLbehaviorLinLtheLneighborhoodLofLhydrophilicLandLhydrophobicLmembranesjL—essonsLfromL
molecularLdynamicsLsimulationsZLPhysicagA:gStatisticalgMechanicsgandgItsgApplicationsXL2009XLchhXLdeeaYdeei3.3 8

16 õynthesisXLantimalarialLevaluationLandLmolecularLmodelingLstudiesLofLhydroxyethylpiperazinesXL
potentialLaspartylLproteaseLinhibitorsXLpartLbZLEuropeangJournalgofgMedicinalgChemistryXL2009XLddXLchafYb]6.8 24

15 ãredictionsLsuggestingLaLparticipationLofLbetaYsheetLconfigurationLinLtheLMbLdomainLofLtheLãbβTgUL
receptorjLaLnovelLconformationoZLBiophysicalgJournalXL2009XLifXLieaYfc 2.9 5

14 õtudiesLofLmolecularLdockingLbetweenLfibroblastLgrowthLfactorLandLheparinLusingLgeneralizedL
simulatedLannealingZLInternationalgJournalgofgQuantumgChemistryXL2008XLa]hXLbf]hYbfad 2.1 8

13 MolecularLdockingLstudyLandLdevelopmentLofLanLempiricalLbindingLfreeLenergyLmodelLforL
phosphodiesteraseLdLinhibitorsZLBioorganicgandgMedicinalgChemistryXL2006XLadXLf]]aYaa 3.4 14

12 sonformationalLandLdynamicalLpropertiesLofLtheLnirurisideLinLaqueousLsolutionjLaLmolecularL
dynamicsLapproachZLComputationalgandgTheoreticalgChemistryXL2005XLgadXLahiYaig 2
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11 ulasticLpropertiesXLγoungSsLmodulusLdeterminationLandLstructuralLstabilityLofLtheLtropocollagenL
moleculejLaLcomputationalLstudyLbyLsteeredLmolecularLdynamicsZLJournalgofgBiomechanicsXL2005XLchXLaebgYcc2.9 118

10 ánLtheLhydrogenLbondLstructureLofLwaterLatLdifferentLdensitiesZLPhysicagA:gStatisticalgMechanicsgandg
ItsgApplicationsXL2004XLcdbXLcdYci 3.3 19

9 õtochasticLmolecularLdynamicsLofLpeanutLlectinLãNqLcomplexLwithLúYantigenLdisaccharideZLJournalg
ofgMoleculargGraphicsgandgModellingXL2002XLbaXLbbgYd] 2.8 7

8 xydrationLofLúYantigenLwalLbetaTaYcUwalNqcLandLtheLisomerLwalLbetaTaYcUwlcNqcLbyLmolecularL
dynamicsLsimulationsZLJournalgofgMoleculargGraphicsgandgModellingXL2000XLahXLaaiYbe 2.8 4

7 xydrationLofLglucoseLinLtheLrubberyLandLglassyLstatesLstudiedLbyLmolecularLdynamicsLsimulationZL
CarbohydrategResearchXL1999XLcaeXLfcYfi 2.9 36

6 somputerLsimulationLofLtheLcyclodextrinâ��phenylalanineLcomplexZLCarbohydrategResearchXL1998XL
ca]XLbecYbei 2.9 16

5 xydrogenLrondingLofLsarboxylicLqcidsLinLqqueousLõolutionsâ��UVLõpectroscopyXLViscosityXLandL
MolecularLõimulationLofLqceticLqcidZLJournalgofgSolutiongChemistryXL1998XLbgXLiceYidh 1.8 27

4 xydrationLpropertiesLofLxylitoljLcomputerLsimulationZLInternationalgJournalgofgBiologicalg
MacromoleculesXL1998XLbcXLadiYee 7.9 8

3 wlassLtransitionLinLaqueousLsolutionsLofLglucoseZLMolecularLdynamicsLsimulationZLCarbohydrateg
ResearchXL1997XLc]]XLeaYeg 2.9 35

2 srystalXLmeltedLandLglassyLstatesLofLglucoseZLqLmolecularLdynamicsLsimulationZLJournalgofgtheg
ChemicalgSocietyvgFaradaygTransactionsXL1996XLibXLbbhe 14

1 wenomicLandLstructuralLfeaturesLofLtheLγellowLveverLvirusLfromLtheLb]afYb]agLrrazilianLoutbreak 1
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