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339
|henolicGacidGderivativesGwithGpotentialGanticancerGpropertiesTTaGstructureTactivityGrelationshipG
studyUG|artGXeGmethylSGpropylGandGoctylGestersGofGcaffeicGandGgallicGacidsUGBioorganicdanddMedicinald
ChemistrySG2004SGXYSGZ]cXTd

3.4 251

338 ‘uinoxalineSGitsGderivativesGandGapplicationseGlG“tateGofGtheGlrtGreviewUGEuropeandJournaldofd
MedicinaldChemistrySG2015SGdbSGaa[TbY 6.8 221

337 lpplicationsGofGYoGdescriptorsGinGdrugGdesigneGaGo’lrzyGtaleUGCurrentdTopicsdindMedicinaldChemistrySG
2008SGcSGXaYcT]] 3 136

336
nomputationalGtoolGforGriskGassessmentGofGnanomaterialseGnovelG‘“”’TperturbationGmodelGforG
simultaneousGpredictionGofGecotoxicityGandGcytotoxicityGofGuncoatedGandGcoatedGnanoparticlesG
underGmultipleGexperimentalGconditionsUGEnvironmentaldSciencedkamp;dTechnologySG2014SG[cSGX[acaTd[

10.3 106

335 lctivityGcliffsGinGdrugGdiscoveryeGorGuekyllGorGxrGsydejUGDrugdDiscoverydTodaySG2014SGXdSGXWadTcW 8.8 103

334 tntrinsicG“tructureGandGoynamicsGofGtheGøaterVyitrobenzeneGtnterfaceUGJournaldofdPhysicaldChemistryd
CSG2007SGXXXSGXbaXYTXbaYa 3.8 102

333 nomputerTaidedGnanotoxicologyeGassessingGcytotoxicityGofGnanoparticlesGunderGdiverseG
experimentalGconditionsGbyGusingGaGnovelG‘“”’TperturbationGapproachUGNanoscaleSG2014SGaSGXWaYZTZW 7.7 100

332 tnfluenceGofGstepGsitesGinGtheGmolecularGmechanismGofGtheGwaterGgasGshiftGreactionGcatalyzedGbyG
copperUGJournaldofdCatalysisSG2009SGYacSGXZXTX[X 7.3 88

331 nomputationalGecotoxicologyeGsimultaneousGpredictionGofGecotoxicGeffectsGofGnanoparticlesGunderG
differentGexperimentalGconditionsUGEnvironmentdInternationalSG2014SGbZSGYccTd[ 12.9 84

330 oensityGfunctionalGtheoryGstudyGofGtheGwaterGdissociationGonGplatinumGsurfaceseGgeneralGtrendsUG
JournaldofdPhysicaldChemistrydASG2014SGXXcSG]cZYT[W 2.8 82

329 lGnriticalGlssessmentGofGxethodsGforGtheGtntrinsicGlnalysisGofGwiquidGtnterfacesUGXUG“urfaceG“iteG
oistributionsUGJournaldofdPhysicaldChemistrydCSG2010SGXX[SGXXXadTXXXbd 3.8 81

328 oescriptorsGcontrollingGtheGcatalyticGactivityGofGmetallicGsurfacesGtowardGwaterGsplittingUGJournaldofd
CatalysisSG2010SGYbaSGdYTXWW 7.3 74

327 xolecularGoynamicsG“imulationGofGtheGøaterVYTseptanoneGwiquidTwiquidGtnterfaceUGJournaldofd
PhysicaldChemistrydBSG1999SGXWZSGaYdWTaYdd 3.4 70

326 ’ationalGdrugGdesignGforGantiTcancerGchemotherapyeGmultiTtargetG‘“l’GmodelsGforGtheGinGsilicoG
discoveryGofGantiTcolorectalGcancerGagentsUGBioorganicdanddMedicinaldChemistrySG2012SGYWSG[c[cT]] 3.4 65

325 metaTnitrostyreneGderivativesGasGpotentialGantibacterialGagentseGaGstructureTpropertyTactivityG
relationshipGstudyUGBioorganicdanddMedicinaldChemistrySG2006SGX[SG[WbcTcc 3.4 65

324 |robingGtheGtoxicityGofGnanoparticleseGaGunifiedGinGsilicoGmachineGlearningGmodelGbasedGonG
perturbationGtheoryUGNanotoxicologySG2017SGXXSGcdXTdWa 5.3 64

323 xolecularlyGimprintedGpolymerTbasedGelectrochemicalGsensorsGforGenvironmentalGanalysisUG
BiosensorsdanddBioelectronicsSG2021SGXbYSGXXYbXd 11.8 63
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322 oq”G“tudyGofGtheGnzGzxidationGonGtheGluOZYXPG“urfaceUGJournaldofdPhysicaldChemistrydCSG2008SGXXYSGXbYdXTXbZWY3.8 61

321 lGsystematicGmolecularGsimulationGstudyGofGionicGliquidGsurfacesGusingGintrinsicGanalysisGmethodsUG
PhysicaldChemistrydChemicaldPhysicsSG2012SGX[SG]YWWTXZ 3.6 60

320 znGtheGtheoreticalGunderstandingGofGtheGunexpectedGzYGactivationGbyGnanoporousGgoldUGChemicald
CommunicationsSG2011SG[bSGc[WZT] 5.8 60

319 ldsorptionGofGltomicGandGxolecularGzxygenGonGtheGluOZYXPG“urfaceeGGoq”G“tudyUGJournaldofdPhysicald
ChemistrydCSG2007SGXXXSGXbZXXTXbZYX 3.8 59

318 wongTtermGfollowTupGofGbreastGcapsuleGcontractureGratesGinGcosmeticGandGreconstructiveGcasesUG
PlasticdanddReconstructivedSurgerySG2010SGXYaSGbadTbbc 2.7 57

317 lGnriticalGlssessmentGofGxethodsGforGtheGtntrinsicGlnalysisGofGwiquidGtnterfaceseGYUGoensityG|rofilesUG
JournaldofdPhysicaldChemistrydCSG2010SGXX[SGXca]aTXcaaZ 3.8 56

316 nhemoinformaticsGinGantiTcancerGchemotherapyeGmultiTtargetG‘“l’GmodelGforGtheGinGsilicoGdiscoveryG
ofGantiTbreastGcancerGagentsUGEuropeandJournaldofdPharmaceuticaldSciencesSG2012SG[bSGYbZTd 5.1 55

315 lpplicationGofGtheGreplacementGmethodGasGaGnovelGvariableGselectionGstrategyGinG‘“l’UGXUG
narcinogenicGpotentialUGChemometricsdanddIntelligentdLaboratorydSystemsSG2006SGcXSGXcWTXcb 3.8 55

314
pnablingGtheGoiscoveryGandGVirtualG“creeningGofG|otentGandG“afeGlntimicrobialG|eptidesUG
“imultaneousG|redictionGofGlntibacterialGlctivityGandGnytotoxicityUGACSdCombinatorialdScienceSG2016SG
XcSG[dWTc

3.9 52

313 |robingGtheGpnvironmentalG”oxicityGofGoeepGputecticG“olventsGandG”heirGnomponentseGlnGtnG“ilicoG
xodelingGlpproachUGACSdSustainabledChemistrydanddEngineeringSG2019SGbSGXWa[dTXWaaW 8.3 51

312 “ynthesisGandG‘“l’GstudyGofGtheGanticancerGactivityGofGsomeGnovelGindaneGcarbocyclicGnucleosidesUG
BioorganicdanddMedicinaldChemistrySG2003SGXXSG[dddT]WWa 3.4 51

311 oensityGfunctionalGtheoryGmodelGstudyGofGsizeGandGstructureGeffectsGonGwaterGdissociationGbyG
platinumGnanoparticlesUGJournaldofdChemicaldPhysicsSG2012SGXZbSGWZ[bWX 3.9 49

310 ‘uantitativeGstructureGcarcinogenicityGrelationshipGforGdetectingGstructuralGalertsGinG
nitrosoTcompoundsUGToxicologydanddApplieddPharmacologySG2007SGYYXSGXcdTYWY 4.6 49

309 ”owardGtheGpredictionGofGtheGactivityGofGantioxidantseGexperimentalGandGtheoreticalGstudyGofGtheG
gasTphaseGaciditiesGofGflavonoidsUGJournaldofdthedAmericandSocietydfordMassdSpectrometrySG2004SGX]SGc[cTaX3.5 49

308 xolecularGoynamicsG“tudyGofGtheG”ransferGofGtodideGacrossG”woGwiquidVwiquidGtnterfacesUGJournaldofd
PhysicaldChemistrydBSG1999SGXWZSGcdZWTcdZd 3.4 49

307 ”woGnewGparametersGbasedGonGdistancesGinGaGreceiverGoperatingGcharacteristicGchartGforGtheG
selectionGofGclassificationGmodelsUGJournaldofdChemicaldInformationdanddModelingSG2011SG]XSGYb[aT]d 6.1 48

306
pvaluationGofGtheGlipophilicGpropertiesGofGopioidsSGamphetamineTlikeGdrugsSGandGmetabolitesG
throughGelectrochemicalGstudiesGatGtheGinterfaceGbetweenGtwoGimmiscibleGsolutionsUGAnalyticald
BiochemistrySG2007SGZaXSGYZaT[Z

3.1 48

305
nomputationalGmodelingGinGnanomedicineeGpredictionGofGmultipleGantibacterialGprofilesGofG
nanoparticlesGusingGaGquantitativeGstructureTactivityGrelationshipGperturbationGmodelUGNanomedicine
SG2015SGXWSGXdZTYW[

5.6 47
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304 xodelGforGhighTthroughputGscreeningGofGmultitargetGdrugsGinGchemicalGneuroscienceseGsynthesisSG
assaySGandGtheoreticGstudyGofGrasagilineGcarbamatesUGACSdChemicaldNeuroscienceSG2013SG[SGXZdZT[WZ 5.7 47

303 øhatGdoesGanGionicGliquidGsurfaceGreallyGlookGlikejG–nprecedentedGdetailsGfromGmolecularG
simulationsUGPhysicaldChemistrydChemicaldPhysicsSG2011SGXZSGYXYZWTY 3.6 47

302 “peedingGupGparlyGorugGoiscoveryGinGlntiviralG’esearcheGlGqragmentTmasedGinG“ilicoGlpproachGforG
theGoesignGofGVirtualGlntiTsepatitisGnGweadsUGACSdCombinatorialdScienceSG2017SGXdSG]WXT]XY 3.9 44

301 tmprovedGqorceGqieldGxodelGforGtheGoeepGputecticG“olventGpthalineeG’eliableG|hysicochemicalG
|ropertiesUGJournaldofdPhysicaldChemistrydBSG2016SGXYWSGXWXY[TXWXZb 3.4 44

300 oq”GstudyGofGtheGadsorptionGofGoTOwTPcysteineGonGflatGandGchiralGsteppedGgoldGsurfacesUGLangmuirSG
2013SGYdSGcc]aTa[ 4 44

299 |redictingGmultipleGecotoxicologicalGprofilesGinGagrochemicalGfungicideseGaGmultiTspeciesG
chemoinformaticGapproachUGEcotoxicologydanddEnvironmentaldSafetySG2012SGcWSGZWcTXZ 7 44

298 xultiTtargetGdrugGdiscoveryGinGantiTcancerGtherapyeGfragmentTbasedGapproachGtowardGtheGdesignGofG
potentGandGversatileGantiTprostateGcancerGagentsUGBioorganicdanddMedicinaldChemistrySG2011SGXdSGaYZdT[[ 3.4 44

297 xolecularGdynamicsGstudyGofGtheGinterfaceGbetweenGwaterGandGYTnitrophenylGoctylGetherUGJournaldofd
PhysicaldChemistrydBSG2008SGXXYSGY[X]TYd 3.4 42

296 nomputationalGchemistryGapproachGforGtheGearlyGdetectionGofGdrugTinducedGidiosyncraticGliverG
toxicityUGJournaldofdComputationaldChemistrySG2008SGYdSG]ZZT[d 3.5 42

295 qragmentTbasedGinGsilicoGmodelingGofGmultiTtargetGinhibitorsGagainstGbreastGcancerTrelatedGproteinsUG
MoleculardDiversitySG2017SGYXSG]XXT]YZ 3.1 41

294 ‘“l’TnoeGlnGzpenG“ourceG“oftwareGforGoevelopingG’obustGxultitaskingGorGxultitargetG
nlassificationTmasedG‘“l’GxodelsUGJournaldofdChemicaldInformationdanddModelingSG2019SG]dSGY]ZcTY][[ 6.1 40

293
oesirabilityTbasedGmethodsGofGmultiobjectiveGoptimizationGandGrankingGforGglobalG‘“l’GstudiesUG
qilteringGsafeGandGpotentGdrugGcandidatesGfromGcombinatorialGlibrariesUGACSdCombinatorialdScienceSG
2008SGXWSGcdbTdXZ

40

292
oesirabilityTbasedGmultiobjectiveGoptimizationGforGglobalG‘“l’GstudieseGapplicationGtoGtheGdesignGofG
novelGy“ltosGwithGimprovedGanalgesicSGantiinflammatorySGandGulcerogenicGprofilesUGJournaldofd
ComputationaldChemistrySG2008SGYdSGY[[]T]d

3.5 40

291 reneralizedGmrˆ‚nstedâ��pvansâ��|olanyiGrelationshipsGandGdescriptorsGforGzâ��sGbondGcleavageGofG
organicGmoleculesGonGtransitionGmetalGsurfacesUGJournaldofdCatalysisSG2014SGZXZSGY[TZZ 7.3 39

290
“imultaneousGvirtualGpredictionGofGantiTpscherichiaGcoliGactivitiesGandGloxp”GprofileseGlG
chemoinformaticGcomplementaryGapproachGforGhighTthroughputGscreeningUGACSdCombinatoriald
ScienceSG2014SGXaSGbcTc[

3.9 39

289 nombiningG‘“l’GclassificationGmodelsGforGpredictiveGmodelingGofGhumanGmonoamineGoxidaseG
inhibitorsUGEuropeandJournaldofdMedicinaldChemistrySG2013SG]dSGb]TdW 6.8 39

288
”z|“TxzopGmodelGofGmultiplexingGneuroprotectiveGeffectsGofGdrugsGandGexperimentalTtheoreticG
studyGofGnewGXSZTrasagilineGderivativesGpotentiallyGusefulGinGneurodegenerativeGdiseasesUGBioorganicd
anddMedicinaldChemistrySG2013SGYXSGXcbWTd

3.4 39

287 “tructureTfunctionGrelationshipsGinGlmnrYeGinsightsGfromGmolecularGdynamicsGsimulationsGandG
molecularGdockingGstudiesUGScientificdReportsSG2017SGbSGX]]Z[ 4.9 39
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286 qirstGxultitargetGnhemoTmioinformaticGxodelG”oGpnableGtheGoiscoveryGofGlntibacterialG|eptidesG
againstGxultipleGrramT|ositiveG|athogensUGJournaldofdChemicaldInformationdanddModelingSG2016SG]aSG]ccTdc6.1 38

285 ”heG’oleGofG|readsorbedGltomicGsydrogenGinGtheGyzGoissociationGonGaGαigzagG“teppedGroldG
“urfaceeGlGoq”G“tudyUGJournaldofdPhysicaldChemistrydCSG2009SGXXZSGcca[Tccbb 3.8 38

284 xolecularGsimulationGofGsilicaVsurfactantGselfTassemblyGinGtheGsynthesisGofGperiodicGmesoporousG
silicasUGJournaldofdthedAmericandChemicaldSocietySG2007SGXYdSGX][X[T] 16.4 38

283 xultiTtargetGinhibitorsGforGproteinsGassociatedGwithGllzheimereGinGsilicoGdiscoveryGusingG
fragmentTbasedGdescriptorsUGCurrentdAlzheimerdResearchSG2013SGXWSGXXbTY[ 3 38

282 xechanisticG“tudyGofGnarbonGxonoxideGxethanationGoverG|ureGandG’hodiumTGorG’utheniumToopedG
yickelGnatalystsUGJournaldofdPhysicaldChemistrydCSG2015SGXXdSGXa]ZbTXa]]X 3.8 37

281
yewGinsightsGtowardGtheGdiscoveryGofGantibacterialGagentseGmultiTtaskingG‘“mp’GmodelGforGtheG
simultaneousGpredictionGofGantiTtuberculosisGactivityGandGtoxicologicalGprofilesGofGdrugsUGEuropeand
JournaldofdPharmaceuticaldSciencesSG2013SG[cSGcXYTc

5.1 37

280 ‘uantumGandGsimulationGstudiesGofG₃â��OsYzPnGsystemsUGElectrochimicadActaSG1999SG[]SGa]dTabZ 6.7 37

279 ’utheniumâ��|latinumGnatalystsGandGoirectGxethanolGquelGnellsGOoxqnPeGlG’eviewGofG”heoreticalGandG
pxperimentalGmreakthroughsUGCatalystsSG2017SGbSG[b 4 36

278
‘uantitativeGstructureTcarcinogenicityGrelationshipGforGdetectingGstructuralGalertsGinGnitrosoG
compoundseGspeciesSGratfGsexSGfemalefGrouteGofGadministrationSGgavageUGChemicaldResearchdind
ToxicologySG2008SGYXSGaZZT[Y

4 36

277 –nifiedGmultiTtargetGapproachGforGtheGrationalGinGsilicoGdesignGofGantiTbladderGcancerGagentsUG
AntirCancerdAgentsdindMedicinaldChemistrySG2013SGXZSGbdXTcWW 2.2 36

276 xultitaskingGmodelsGforGquantitativeGstructureTbiologicalGeffectGrelationshipseGcurrentGstatusGandG
futureGperspectivesGtoGspeedGupGdrugGdiscoveryUGExpertdOpiniondondDrugdDiscoverySG2015SGXWSGY[]T]a 6.2 35

275 “imultaneousGmodelingGofGantimycobacterialGactivitiesGandGloxp”GprofileseGaGchemoinformaticG
approachGtoGmedicinalGchemistryUGCurrentdTopicsdindMedicinaldChemistrySG2013SGXZSGXa]aTa] 3 35

274 xolecularGdynamicsGsimulationGofGtheGearlyGstagesGofGtheGsynthesisGofGperiodicGmesoporousGsilicaUG
JournaldofdPhysicaldChemistrydBSG2009SGXXZSGbWcTXc 3.4 35

273
ZoTxpoypseGanGalternativeGIinGsilicoIGtechniqueGforGchemicalGresearchGinGtoxicologyUGYUGquantitativeG
proteomeTtoxicityGrelationshipsGO‘|”’PGbasedGonGmassGspectrumGspiralGentropyUGChemicaldResearchd
indToxicologySG2008SGYXSGaXdTZY

4 35

272
lGcomparativeGstudyGofGtheGanionGtransferGkineticsGacrossGaGwaterVnitrobenzeneGinterfaceGbyGmeansG
ofGelectrochemicalGimpedanceGspectroscopyGandGsquareTwaveGvoltammetryGatGthinGorganicG
filmTmodifiedGelectrodesUGLangmuirSG2006SGYYSGZ[W[TXY

4 35

271 |hysicalGpropertiesGatGtheGbaseGforGtheGdevelopmentGofGanGallTatomGforceGfieldGforGethyleneGglycolUG
JournaldofdPhysicaldChemistrydBSG2011SGXX]SGZWXZTd 3.4 34

270 |robingGtheGanticancerGactivityGofGnucleosideGanalogueseGaG‘“l’GmodelGapproachGusingGanGinternallyG
consistentGtrainingGsetUGJournaldofdMedicinaldChemistrySG2007SG]WSGX]ZbT[] 8.3 34

269 oermicGdiffusionGandGstratumGcorneumeGaGstateGofGtheGartGreviewGofGmathematicalGmodelsUGJournaldofd
ControlleddReleaseSG2014SGXbbSGb[TcZ 11.7 33

(2014-2016)
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268 tnfluenceGofGtonG“izeGandGnhargeGinGtonG”ransferG|rocessesGlcrossGaGwiquid|wiquidGtnterfaceUGJournald
ofdPhysicaldChemistrydBSG2000SGXW[SGYYbcTYYca 3.4 33

267 lGxachineGwearningGlpproachGforGsotT“potGoetectionGatG|roteinT|roteinGtnterfacesUGInternationald
JournaldofdMoleculardSciencesSG2016SGXbSG 6.3 33

266 oeGnovoGcomputationalGdesignGofGcompoundsGvirtuallyGdisplayingGpotentGantibacterialGactivityGandG
desirableGinGvitroGloxp”GprofilesUGMedicinaldChemistrydResearchSG2017SGYaSGYZ[]TYZ]a 2.2 32

265 nhemoinformaticsGforGmedicinalGchemistryeGinGsilicoGmodelGtoGenableGtheGdiscoveryGofGpotentGandG
saferGantiTcocciGagentsUGFuturedMedicinaldChemistrySG2014SGaSGYWXZTYc 4.1 32

264 nalibrationGsetsGandGtheGaccuracyGofGvibrationalGscalingGfactorseGaGcaseGstudyGwithGtheG₃Zw−|GhybridG
functionalUGJournaldofdChemicaldPhysicsSG2010SGXZZSGXX[XWd 3.9 32

263 rasTphaseGmolecularGstructureGandGenergeticsGofGanionicGsilicatesUGGeochimicadEtdCosmochimicadActaSG
2008SGbYSG[[YXT[[Zd 5.5 32

262 ”owardsGtheGdiscoveryGofGaGnovelGclassGofGmonoamineGoxidaseGinhibitorseGstructureTpropertyTactivityG
andGdockingGstudiesGonGchromoneGamidesUGChemMedChemSG2011SGaSGaYcTZY 3.7 30

261 oiscoveryGofGxlzTmGinhibitorsGTGpresentGstatusGandGfutureGdirectionsGpartGteGoxygenGheterocyclesG
andGanalogsUGMinirReviewsdindMedicinaldChemistrySG2012SGXYSGdWbTXd 3.2 30

260
‘uantitativeGstructureGcarcinogenicityGrelationshipGforGdetectingGstructuralGalertsGinG
nitrosoTcompoundseGspecieseGratfGsexeGmalefGrouteGofGadministrationeGwaterUGToxicologydanddAppliedd
PharmacologySG2008SGYZXSGXdbTYWb

4.6 30

259 lbGinitioGcopperâ��waterGinteractionGpotentialGforGtheGsimulationGofGaqueousGsolutionsUGJournaldofd
ComputationaldChemistrySG1993SGX[SGaYdTaZc 3.5 30

258 “altGseparationGfromGwaterGusingGgrapheneGoxideGnanochannelseGlGmolecularGdynamicsGsimulationG
studyUGDesalinationSG2019SG[aWSGXTX[ 10.3 29

257 –nravelingGtheGmechanismGofGtheGyzGreductionGbyGnzGonGgoldGbasedGcatalystsUGJournaldofdCatalysisSG
2012SGYcdSGXXTYW 7.3 29

256 tonicGandGradicalGadsorptionGonGtheGluOhklPGsurfaceseGlGoq”GstudyUGSurfacedScienceSG2012SGaWaSGadTbb 1.8 29

255
nhemoinformaticsGforGrationalGdiscoveryGofGsafeGantibacterialGdrugseGsimultaneousGpredictionsGofG
biologicalGactivityGagainstGstreptococciGandGtoxicologicalGprofilesGinGlaboratoryGanimalsUGBioorganicd
anddMedicinaldChemistrySG2013SGYXSGYbYbTZY

3.4 29

254 qragmentTbasedG‘“l’GmodelGtowardGtheGselectionGofGversatileGantiTsarcomaGleadsUGEuropeand
JournaldofdMedicinaldChemistrySG2011SG[aSG]dXWTa 6.8 29

253
yewGøorkflowGforG‘“l’GxodelGoevelopmentGfromG“mallGoataG“etseG“mallGoatasetGnuratorGandG
“mallGoatasetGxodelerUGtntegrationGofGoataGnurationSGpxhaustiveGooubleGnrossTValidationSGandGaG“etG
ofGzptimalGxodelG“electionG”echniquesUGJournaldofdChemicaldInformationdanddModelingSG2019SG]dSG[WbWT[Wba

6.1 28

252 znGtheGthicknessGofGtheGdoubleGlayerGinGionicGliquidsUGPhysicaldChemistrydChemicaldPhysicsSG2018SGYWSGXWYb]TXWYc]3.6 27

251 nalculationGofGtheGintrinsicGsolvationGfreeGenergyGprofileGofGanGionicGpenetrantGacrossGaGliquidTliquidG
interfaceGwithGcomputerGsimulationsUGJournaldofdPhysicaldChemistrydBSG2013SGXXbSGXaX[cT]a 3.4 27
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250 tnGsilicoGdiscoveryGandGvirtualGscreeningGofGmultiTtargetGinhibitorsGforGproteinsGinGxycobacteriumG
tuberculosisUGCombinatorialdChemistrydanddHighdThroughputdScreeningSG2012SGX]SGaaaTbZ 1.3 27

249 oq”GstudyGonGtheGreactionGofGyzGoxidationGonGaGsteppedGgoldGsurfaceUGApplieddCatalysisdA:dGeneralSG
2010SGZbdSGXXXTXYW 5.1 27

248 tnfluenceGofGtheGanionGonGtheGpropertiesGofGionicGliquidGmixtureseGaGmolecularGdynamicsGstudyUG
PhysicaldChemistrydChemicaldPhysicsSG2018SGYWSGX[cddTX[dXc 3.6 27

247 xolecularGoynamicsG“tudyGofGtheGroldVtonicGwiquidsGtnterfaceUGJournaldofdPhysicaldChemistrydBSG2015SG
XXdSGdccZTdY 3.4 26

246 øaterGoissociationGonGmimetallicG“urfaceseGreneralG”rendsUGJournaldofdPhysicaldChemistrydCSG2012SG
XXaSGXWXYWTXWXYc 3.8 26

245 “tructureGofGxixedG“elfTlssembledGxonolayersGonGroldGyanoparticlesGatG”hreeGoifferentG
lrrangementsUGJournaldofdPhysicaldChemistrydCSG2015SGXXdSGZXddTZYWd 3.8 25

244 lGligandTbasedGapproachGforGtheGinGsilicoGdiscoveryGofGmultiTtargetGinhibitorsGforGproteinsGassociatedG
withGstVGinfectionUGMoleculardBioSystemsSG2012SGcSGYXccTda 25

243 lpplicationGofGtheGreplacementGmethodGasGnovelGvariableGselectionGinG‘“|’UGYUG“oilGsorptionG
coefficientsUGChemometricsdanddIntelligentdLaboratorydSystemsSG2007SGccSGXdbTYWZ 3.8 25

242
’oleGofGligandTbasedGdrugGdesignGmethodologiesGtowardGtheGdiscoveryGofGnewGantiTGllzheimerG
agentseGfuturesGperspectivesGinGqragmentTmasedGwigandGoesignUGCurrentdMedicinaldChemistrySG2012SG
XdSGXaZ]T[]

4.3 24

241 nhemoinformaticsGinGmultiTtargetGdrugGdiscoveryGforGantiTcancerGtherapyeGinGsilicoGdesignGofGpotentG
andGversatileGantiTbrainGtumorGagentsUGAntirCancerdAgentsdindMedicinaldChemistrySG2012SGXYSGabcTc] 2.2 24

240 nlusterGandGperiodicGoq”GcalculationsGofGadsorptionGofGhydroxylGonGtheGluOhGkGlPGsurfacesUG
ComputationaldanddTheoreticaldChemistrySG2010SGd[aSG[ZT]W 24

239 pxperimentalGandGoq”GstudyGofGtheGazaToielsâ��llderGreactionGbetweenGcyclopentadieneGandG
protonatedGbenzylimineGderivatedGfromGglyoxylatesUGTetrahedronSG2005SGaXSGXWd]XTXWd]b 2.4 24

238
xatrixGtraceGoperatorseGfromGspectralGmomentsGofGmolecularGgraphsGandGcomplexGnetworksGtoG
perturbationsGinGsyntheticGreactionsSGmicelleGnanoparticlesSGandGdrugGloxpGprocessesUGCurrentdDrugd
MetabolismSG2014SGX]SG[bWTcc

3.5 24

237 oq”GstudyGonGtheGreactionGofGzYGdissociationGcatalyzedGbyGgoldGsurfacesGdopedGwithGtransitionG
metalGatomsUGApplieddCatalysisdA:dGeneralSG2013SG[]cSGdWTXWY 5.1 23

236 nonvenientG‘“l’GmodelGforGpredictingGtheGcomplexationGofGstructurallyGdiverseGcompoundsGwithG
betaTcyclodextrinsUGBioorganicdanddMedicinaldChemistrySG2009SGXbSGcdaTdW[ 3.4 23

235 lpplicationGofGmioinformaticsGforGtheG“earchGofGyovelGlntiTViralG”herapieseG’ationalGoesignGofG
lntiTserpesGlgentsUGCurrentdBioinformaticsSG2011SGaSGcXTdZ 4.7 23

234 “tochasticGmolecularGdescriptorsGforGpolymersUG[UG“tudyGofGcomplexGmixturesGwithGtopologicalG
indicesGofGmassGspectraGspiralGandGstarGnetworkseG”heGbloodGproteomeGcaseUGPolymerSG2008SG[dSG]]b]T]]cb3.9 22

233 ”heGroleGofGmanyTbodyGinteractionsGinGtheGstabilityGofGhydratedGnuYRGclustersUGChemicaldPhysicsSG
1990SGX[XSGZbdTZdY 2.3 22

(1990-2012)
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232 tnGsilicoGassessmentGofGtheGacuteGtoxicityGofGchemicalseGrecentGadvancesGandGnewGmodelGforG
multitaskingGpredictionGofGtoxicGeffectUGMinirReviewsdindMedicinaldChemistrySG2015SGX]SGabbTca 3.2 22

231 xultiscaleGxodelGforGtheG”emplatedG“ynthesisGofGxesoporousG“ilicaeG”heGpssentialG’oleGofG“ilicaG
zligomersUGChemistrydofdMaterialsSG2016SGYcSGYbX]TYbYb 9.6 22

230 “olventGaccessibleGsurfaceGareaTbasedGhotTspotGdetectionGmethodsGforGproteinTproteinGandG
proteinTnucleicGacidGinterfacesUGJournaldofdChemicaldInformationdanddModelingSG2015SG]]SGXWbbTca 6.1 21

229 lzithromycinGelectrochemicalGdetectionGusingGaGmolecularlyGimprintedGpolymerGpreparedGonGaG
disposableGscreenTprintedGelectrodeUGAnalyticaldMethodsSG2020SGXYSGX[caTX[d[ 3.2 21

228 ‘“l’GmodellingeGaGtherapeuticGpatentGreviewGYWXWTpresentUGExpertdOpiniondondTherapeuticdPatentsSG
2018SGYcSG[abT[ba 6.8 21

227 ”heGimpactGofGtriamcinoloneGacetonideGinGearlyGbreastGcapsuleGformationGinGaGrabbitGmodelUG
AestheticdPlasticdSurgerySG2012SGZaSGdcaTd[ 2 21

226 uointlyGhandlingGpotencyGandGtoxicityGofGantimicrobialGpeptidomimeticsGbyGsimpleGrulesGfromG
desirabilityGtheoryGandGchemoinformaticsUGJournaldofdChemicaldInformationdanddModelingSG2011SG]XSGZWaWTbb6.1 21

225 lGtopologicalGsubstructuralGmolecularGdesignGapproachGforGpredictingGmutagenesisGendTpointsGofG
alphaSGbetaTunsaturatedGcarbonylGcompoundsUGToxicologySG2010SGYacSGa[Tbb 4.4 21

224 oq”GstudyGofGtheGluOZYXPGsurfaceGreconstructionGbyGconsecutiveGdepositionGofGoxygenGatomsUG
SurfacedScienceSG2008SGaWYSG[Y[T[Z] 1.8 21

223 xolecularGdynamicsGstudyGofGYTnitrophenylGoctylGetherGandGnitrobenzeneUGJournaldofdPhysicald
ChemistrydBSG2006SGXXWSGXY]ZWTc 3.4 21

222 tnterfacialG”ensionGmehaviourGofGøaterVsydrocarbonGwiquidâ��wiquidGtnterfaceseGlGxolecularG
oynamicsG“imulationUGMoleculardSimulationSG2003SGYdSGcXbTcYb 2 21

221
‘“|’GandGflowGcytometryGanalysisGO‘“|’TqnlPeGreviewGandGnewGfindingsGonGparallelGstudyGofG
multipleGinteractionsGofGchemicalGcompoundsGwithGimmuneGcellularGandGmolecularGtargetsUGCurrentd
DrugdMetabolismSG2014SGX]SG[X[TYc

3.5 21

220
xultiT”argetG‘“l’GlpproachesGforGxodelingG|roteinGtnhibitorsUG“imultaneousG|redictionGofG
lctivitiesGlgainstGmiomacromoleculesG|resentGinGrramTyegativeGmacteriaUGCurrentdTopicsdind
MedicinaldChemistrySG2015SGX]SGXcWXTXZ

3 20

219 “tructureGandGkineticsGofGwaterGinGhighlyGconfinedGconditionseGlGmolecularGdynamicsGsimulationG
studyUGJournaldofdMoleculardLiquidsSG2018SGYacSGaY]TaZa 6 19

218 “urfaceGnhemistryGandGltomicT“caleG’econstructionGofGverogenâ��“ilicaGnompositesUGJournaldofd
PhysicaldChemistrydCSG2014SGXXcSGY[YdTY[Zc 3.8 19

217 yewGqorceGqieldGxodelGforG|ropyleneGrlycoleGtnsightGtoGwocalG“tructureGandGoynamicsUGJournaldofd
PhysicaldChemistrydBSG2017SGXYXSGXWdWaTXWdYX 3.4 19

216 znGtheGyeedGforG“pinG|olarizationGinGseterogeneouslyGnatalyzedG’eactionsGonGyonmagneticG
xetallicG“urfacesUGJournaldofdChemicaldTheorydanddComputationSG2012SGcSGXbZbT[Z 6.4 19

215 nhemoinformaticsGprofilingGofGionicGliquidsTTautomaticGandGchemicallyGinterpretableGcytotoxicityG
profilingSGvirtualGscreeningSGandGcytotoxicophoreGidentificationUGToxicologicaldSciencesSG2013SGXZaSG][cTa] 4.4 19

Maria Natˆ¡lia Dias Soeiro Cordeiro
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214 xolecularGoynamicsG“tudyGofGsydratedG|olyOethyleneGoxidePGnhainsGrraftedGonG“iloxaneG“urfaceUG
MacromoleculesSG2011SG[[SGZaZdTZa[c 5.5 19

213 ‘“l’GmodelingGofGtheGrodentGcarcinogenicityGofGnitrocompoundsUGBioorganicdanddMedicinald
ChemistrySG2008SGXaSGZZd]T[Wb 3.4 19

212 |”xwGxodelGofGpnzymeG“ubclassesGforGxiningGtheG|roteomeGofGmiofuelG|roducingGxicroorganismsUG
JournaldofdProteomedResearchSG2019SGXcSGYbZ]TYb[a 5.6 18

211 |redictionGofGtheGbaselineGtoxicityGofGnonTpolarGnarcoticGchemicalGmixturesGbyG‘“l’GapproachUG
ChemosphereSG2013SGdWSGXdcWTa 8.4 18

210 qischerT”ropschG“ynthesisGonGxulticomponentGnatalystseGøhatGnanGøeGwearnGfromGnomputerG
“imulationsjUGCatalystsSG2015SG]SGZTXb 4 18

209 lG”heoreticalG“tudyGofGtheGrasT|haseG|yrolysisGofGYTlzidoaceticGlcidUGJournaldofdPhysicaldChemistrydA
SG2001SGXW]SGZX[WTZX[b 2.8 18

208 xolecularG“imulationsGofGtheG“ynthesisGofG|eriodicGxesoporousG“ilicaG|hasesGatGsighG“urfactantG
noncentrationsUGJournaldofdPhysicaldChemistrydCSG2017SGXYXSG[]a[T[]b] 3.8 17

207 qromGflamingoGdanceGtoGOdesirablePGdrugGdiscoveryeGaGnatureTinspiredGapproachUGDrugdDiscoveryd
TodaySG2017SGYYSGX[cdTX]WY 8.8 17

206 nompetitiveG|athsGforGxethanolGoecompositionGonG’utheniumeGlGoq”G“tudyUGJournaldofdPhysicald
ChemistrydCSG2015SGXXdSGYbZcYTYbZdX 3.8 17

205 ‘“|’GmodellingGwithGtheGtopologicalGsubstructuralGmolecularGdesignGapproacheGbetaTcyclodextrinG
complexationUGJournaldofdPharmaceuticaldSciencesSG2009SGdcSG[]]bTba 3.9 17

204 xolecularG“imulationGofGtheGtnterfaceGbetweenG”woGtmmiscibleGplectrolyteG“olutionsUGJournaldofd
PhysicaldChemistrydBSG2001SGXW]SGdcXTddZ 3.4 17

203 “imulationGofGwaterGsolutionsGofGyiYRGatGinfiniteGdilutionUGChemicaldPhysicsSG1993SGXbaSGdbTXWc 2.3 17

202 pnhancementGofGdifferentialGdoubleGlayerGcapacitanceGandGchargeGaccumulationGbyGtuningGtheG
compositionGofGionicGliquidsGmixturesUGElectrochimicadActaSG2018SGYaXSGYX[TYYW 6.7 16

201 tnteractionsGinGtheGionicGliquidGβpxtx]βql|]eGaGcoupledGexperimentalGandGcomputationalGanalysisUG
PhysicaldChemistrydChemicaldPhysicsSG2016SGXcSGYaXbTYc 3.6 16

200
nouplingGofGnyclicGVoltammetryGandGplectrochemicalGtmpedanceG“pectroscopyGforG|robingGtheG
”hermodynamicsGofGqacilitatedGtonG”ransferG’eactionsGpxhibitingGnhemicalGvineticGsindrancesUG
JournaldofdPhysicaldChemistrydCSG2008SGXXYSGX]ZTXaX

3.8 16

199
nomputerTaidedGdiscoveryGinGantimicrobialGresearcheGtnGsilicoGmodelGforGvirtualGscreeningGofGpotentG
andGsafeGantiTpseudomonasGagentsUGCombinatorialdChemistrydanddHighdThroughputdScreeningSG2015SG
XcSGZW]TX[

1.3 16

198 tmprovingGVibrationalGxodeGtnterpretationG–singGmayesianG’egressionUGJournaldofdChemicaldTheoryd
anddComputationSG2019SGX]SG[]aT[bW 6.4 16

197 nomputationalGandGexperimentalGstudyGofGpropelineeGlGcholineGchlorideGbasedGdeepGeutecticG
solventUGJournaldofdMoleculardLiquidsSG2020SGYdcSGXXXdbc 6 16

(2020-2011)
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196 xolecularGoynamicsG“imulationsGofG|olyOethyleneGoxidePGrraftedGontoG“ilicaGtmmersedGinGxeltGofG
somopolymersUGLangmuirSG2015SGZXSGXWY][Ta[ 4 15

195 pfficientGandGbiologicallyGrelevantGconsensusGstrategyGforG|arkinsonNsGdiseaseGgeneGprioritizationUG
BMCdMedicaldGenomicsSG2016SGdSGXY 3.7 15

194 ‘Yo”oreGlGprogramGtoGtreatGtorsionalGanharmonicityGthroughGcoupledGpairGtorsionsGinGflexibleG
moleculesUGComputerdPhysicsdCommunicationsSG2018SGYZYSGXdWTYW] 4.2 15

193 pffectGofGvanGderGøaalsGinteractionsGinGtheGoq”GdescriptionGofGselfTassembledGmonolayersGofGthiolsG
onGgoldUGTheoreticaldChemistrydAccountsSG2015SGXZ[SGX 1.9 15

192 lnimalGmodelGofGimplantGcapsularGcontractureeGeffectsGofGchitosanUGAestheticdSurgerydJournalSG2011SG
ZXSG][WT]W 2.4 15

191 nomputationalGmodelingGtoolsGforGtheGdesignGofGpotentGantimalarialGbisbenzamidineseGovercomingG
theGantimalarialGpotentialGofGpentamidineUGBioorganicdanddMedicinaldChemistrySG2007SGX]SG]ZYYTZd 3.4 15

190 netuximabGandGtheGseadGandGyeckG“quamousGnellGnancerUGCurrentdTopicsdindMedicinaldChemistrySG
2018SGXcSGXdYTXdc 3 15

189 pffectGofGtheGpxchangeTnorrelationG|otentialGonGtheG”ransferabilityGofGmrˆ‚nstedTpvansT|olanyiG
’elationshipsGinGseterogeneousGnatalysisUGJournaldofdChemicaldTheorydanddComputationSG2016SGXYSGYXYXTa6.4 15

188 ’ationalGdevelopmentGofGmolecularGimprintedGcarbonGpasteGelectrodeGforGqurazolidoneGdetectioneG
theoreticalGandGexperimentalGapproachUGSensorsdanddActuatorsdB:dChemicalSG2021SGZYdSGXYdXXY 8.5 15

187 |redictionGofGtheG”oxicityGofGminaryGxixturesGbyG‘“l’GlpproachG–singGtheGsypotheticalG
oescriptorsUGInternationaldJournaldofdMoleculardSciencesSG2018SGXdSG 6.3 15

186
nomp“coreeGmoostingG“tructureTmasedGVirtualG“creeningG|erformanceGbyGtncorporatingGoockingG
“coringGqunctionGnomponentsGintoGnonsensusG“coringUGJournaldofdChemicaldInformationdandd
ModelingSG2019SG]dSGZa]]TZaaa

6.1 14

185 pffectGofGreplacingGβy”fY]GbyGβ|qa]GanionGonGtheGβmxtm]βy”fY]GionicGliquidGconfinedGbyGgoldUG
MoleculardSimulationSG2015SG[XSG[]]T[aY 2 14

184
sarmonizationGofG‘“l’GmestG|racticesGandGxolecularGoockingG|rovidesGanGpfficientGVirtualG
“creeningG”oolGforGoiscoveringGyewGrT‘uadruplexGwigandsUGJournaldofdChemicaldInformationdandd
ModelingSG2015SG]]SGYWd[TXXW

6.1 14

183 nonsensusGstrategyGinGgenesGprioritizationGandGcombinedGbioinformaticsGanalysisGforGpreeclampsiaG
pathogenesisUGBMCdMedicaldGenomicsSG2017SGXWSG]W 3.7 14

182 ’emovalGofG|bOttPGtonG–singG|lxlxGoendrimerGrraftedGrrapheneGandGrrapheneGzxideG“urfaceseGlG
xolecularGoynamicsG“tudyUGJournaldofdPhysicaldChemistrydASG2017SGXYXSGdZYWTdZYd 2.8 14

181 ’eviewGofGquantitativeGstructureTactivityVpropertyGrelationshipGstudiesGofGdyeseGrecentGadvancesG
andGperspectivesUGColorationdTechnologySG2013SGXYdSGXbZTXca 2 14

180
‘uantitativeGstructureTactivityGrelationshipGmodellingGofGtheGcarcinogenicGriskGofGnitrosoG
compoundsGusingGregressionGanalysisGandGtheG”z|“TxzopGapproachUGSARdanddQSARdind
EnvironmentaldResearchSG2010SGYXSGYbbTZW[

3.5 14

179 “olvationGqreeGpnergyG|rofileGofGtheG“nyâ��GtonGacrossGtheGøaterâ��XSYToichloroethaneGwiquidVwiquidG
tnterfaceUGlGnomputerG“imulationG“tudyUGJournaldofdPhysicaldChemistrydCSG2011SGXX]SGXXX[WTXXX[a 3.8 14

Maria Natˆ¡lia Dias Soeiro Cordeiro
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178 oq”GstudyGonGtheGyzGoxidationGonGaGflatGgoldGsurfaceGmodelUGChemicaldPhysicsdLettersSG2011SG]WZSGXYdTXZZ2.5 14

177 pffectsGofGcoagulaseTnegativeGstaphylococciGandGfibrinGonGbreastGcapsuleGformationGinGaGrabbitG
modelUGAestheticdSurgerydJournalSG2011SGZXSG[YWTc 2.4 14

176 ‘“l’GmodelsGtoGpredictGmutagenicityGofGacrylatesSGmethacrylatesGandGalphaSbetaTunsaturatedG
carbonylGcompoundsUGDentaldMaterialsSG2010SGYaSGZdbT[X] 5.7 14

175 VoltammetricGinsightsGinGtheGtransferGofGionizableGdrugsGacrossGbiomimeticGmembraneseGrecentG
achievementsUGCombinatorialdChemistrydanddHighdThroughputdScreeningSG2007SGXWSG]X[TYa 1.3 14

174 plectrochemicalGstudyGofGionGtransferGofGacetylcholineGacrossGtheGinterfaceGofGwaterGandGaG
lipidTmodifiedGXSYTdichloroethaneUGJournaldofdPhysicaldChemistrydBSG2005SGXWdSGXY][dT]d 3.4 14

173 |robingGtheGefficiencyGofGplatinumGnanotubesGforGtheGsYGproductionGbyGwaterGgasGshiftGreactioneGlG
oq”GstudyUGApplieddCatalysisdB:dEnvironmentalSG2020SGYaZSGXXcZWX 21.8 14

172 lGcomputationalGstudyGofGtheGinteractionGofGgrapheneGstructuresGwithGbiomolecularGunitsUGPhysicald
ChemistrydChemicaldPhysicsSG2016SGXcSGX]ZXYTYX 3.6 14

171 xolecularGdynamicsGstudyGofGwettingGbehaviorGofGgraftedGthermoTresponsiveG|yt|llmGbrushesUG
SoftdMatterSG2016SGXYSGZWdZTXWY 3.6 13

170 xolecularGdynamicsGstudyGofGmixedGalkanethiolsGcoveringGaGgoldGsurfaceGatGthreeGdifferentG
arrangementsUGChemicaldPhysicsdLettersSG2014SGaWWSGbdTca 2.5 13

169 “trengthsSGøeaknessesSGzpportunitiesGandG”hreatseGnomputationalG“tudiesGofGxnTGandGqeTnatalyzedG
ppoxidationsUGCatalystsSG2017SGbSGY 4 13

168 pffectsGofGfibrinSGthrombinSGandGbloodGonGbreastGcapsuleGformationGinGaGpreclinicalGmodelUGAestheticd
SurgerydJournalSG2011SGZXSGZWYTd 2.4 13

167
‘uantitativeG|roteomeT|ropertyG’elationshipsGO‘||’sPUG|artGXeGfindingGbiomarkersGofGorganicGdrugsG
withGmeanGxarkovGconnectivityGindicesGofGspiralGnetworksGofGbloodGmassGspectraUGBioorganicdandd
MedicinaldChemistrySG2008SGXaSGdac[TdZ

3.4 13

166 ldvancedGtnG“ilicoGlpproachesGforGorugGoiscoveryeGxiningGtnformationGfromGxultipleGmiologicalGandG
nhemicalGoataG”hroughGmtkTG‘“mp’GandGptT‘“|’G“trategiesUGCurrentdMedicinaldChemistrySG2017SGY[SGXacbTXbW[4.3 13

165
pnablingGvirtualGscreeningGofGpotentGandGsaferGantimicrobialGagentsGagainstGnomaeGmtkT‘“mp’G
modelGforGsimultaneousGpredictionGofGantibacterialGactivitiesGandGloxp”GpropertiesUGMinirReviewsdind
MedicinaldChemistrySG2015SGX]SGXd[TYWY

3.2 13

164 lGunifiedGinGsilicoGmodelGbasedGonGperturbationGtheoryGforGassessingGtheGgenotoxicityGofGmetalGoxideG
nanoparticlesUGChemosphereSG2020SGY[[SGXY][cd 8.4 13

163 oevelopmentGofGxultiT”argetGnhemometricGxodelsGforGtheGtnhibitionGofGnlassGtG|tZvGpnzymeG
tsoformseGlGnaseG“tudyG–singG‘“l’TnoG”oolUGInternationaldJournaldofdMoleculardSciencesSG2019SGYWSG 6.3 12

162 wocalGstructureGandGhydrogenGbondingGinGliquidG˛‡TbutyrolactoneGandGpropyleneGcarbonateeGlG
molecularGdynamicsGsimulationUGJournaldofdMoleculardLiquidsSG2019SGYcbSGXXWdXY 6 12

161 lGoq”GandG‘”ltxGstudyGofGtheGadsorptionGofGorganicGmoleculesGoverGtheGcopperTdopedGcoroneneG
andGcircumcoroneneUGPhysicadE:dLowrDimensionaldSystemsdanddNanostructuresSG2018SGd]SG]dTbW 3 12

(2018-2011)
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160 xolecularGdynamicsGsimulationsGofGpregelificationGmixturesGforGtheGproductionGofGimprintedG
xerogelsUGLangmuirSG2011SGYbSG]WaYTbW 4 12

159
“tereoselectivityGofGtheGazaToielsâ��llderGreactionGbetweenGcyclopentadieneGandGprotonatedG
phenylethylimineGderivedGfromGglyoxylatesUGlGdensityGfunctionalGtheoryGstudyUGChemicaldPhysicsd
LettersSG2009SG[bbSGaWTa[

2.5 12

158 nomputerTaidedGdrugGdesignGmethodologiesGtowardGtheGdesignGofGantiThepatitisGnGagentsUGCurrentd
TopicsdindMedicinaldChemistrySG2012SGXYSGcWYTXZ 3 12

157
|rioritizingGsitsGwithGlppropriateG”radeTzffsGmetweenGstVTXG’everseG”ranscriptaseGtnhibitoryG
pfficacyGandGx”[GmloodGnellsG”oxicityG”hroughGoesirabilityTmasedGxultiobjectiveGzptimizationGandG
’ankingUGMoleculardInformaticsSG2010SGYdSGZWZTYX

3.8 12

156 lGoq”GstudyGofGtheGchemisorptionGofGmethoxyGonGcleanGandGlowGoxygenGprecoveredG’uOWWWXPG
surfacesUGSurfacedScienceSG2007SGaWXSGY[bZTY[c] 1.8 12

155 qermiGresonanceGcouplingGinGtheGnâ��sGstretchingGregionGofGmethoxideGadsorbedGonGcleanG’uOWGWGXPeGaG
combinedG’lt’“GandGtheoreticalGstudyUGSurfacedScienceSG2004SG]aaT]acSGda]TdbW 1.8 12

154 oirectGdynamicsGstudyGofGtheGphotodissociationGofGtripletGpropanalGatGthresholdUGChemicaldPhysicsd
LettersSG2003SGZcXSGZbT[[ 2.5 12

153 lGdirectGoq”GdynamicsGstudyGofGtheGphotodissociationGofGtripletGacetaldehydeUGChemicaldPhysicsd
LettersSG2003SGZb]SG]dXT]db 2.5 12

152 lGdirectGclassicalGtrajectoryGstudyGofGtheGacetoneGphotodissociationGonGtheGtripletGsurfaceUGJournaldofd
ChemicaldPhysicsSG2003SGXXdSGXWaXcTXWaY] 3.9 12

151 xolecularGdynamicsGsimulationGofGtheGwaterVXSYTdichloroethaneGinterfaceUGComputationaldandd
TheoreticaldChemistrySG1999SG[aZSGX]XTX]a 12

150
oistanceGlngleGoescriptorsGofGtheGtnterionicGandGtonT“olventGtnteractionsGinGtmidazoliumTmasedG
tonicGwiquidGxixturesGwithGlproticG“olventseGlGxolecularGoynamicsG“imulationG“tudyUGJournaldofd
PhysicaldChemistrydBSG2019SGXYZSGaWa]TaWb]

3.4 11

149 xultiT”argetGnhemometricGxodellingSGqragmentGlnalysisGandGVirtualG“creeningGwithGp’vGtnhibitorsG
asG|otentialGlnticancerGlgentsUGMoleculesSG2019SGY[SG 4.8 11

148 nhargeGdistributionGinGxnOsalenPGcomplexesUGInternationaldJournaldofdQuantumdChemistrySG2014SGXX[SG]Y]T]ZZ2.1 11

147 |rincipalGcomponentGanalysisGofGxnOsalenPGcatalystsUGPhysicaldChemistrydChemicaldPhysicsSG2014SGXaSGY]Za[Tba3.6 11

146 nalculationGofGtheGintrinsicGsolvationGfreeGenergyGprofileGofGmethaneGacrossGaGliquidVliquidGinterfaceG
inGcomputerGsimulationsUGJournaldofdMoleculardLiquidsSG2014SGXcdSGZdT[Z 6 11

145 øaterGdissociationGonGmultimetallicGcatalystsUGApplieddCatalysisdB:dEnvironmentalSG2017SGYXcSGXddTYWb 21.8 11

144 nhallengingGtheGlimitsGofGdetectionGofGsialylatedG”homsenTqriedenreichGantigensGbyGinTgelG
deglycosylationGandGnanoTwnTxlwotT”zqTx“UGElectrophoresisSG2013SGZ[SGYZZbT[X 3.6 11

143 oesirabilityTbasedGmultiTobjectiveG‘“l’GinGdrugGdiscoveryUGMinirReviewsdindMedicinaldChemistrySG
2012SGXYSGdYWTZ] 3.2 11

Maria Natˆ¡lia Dias Soeiro Cordeiro
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142 øaterGadsorptionGandGdissociationGonGtheGluOZYXPGsteppedGsurfaceUGComputationaldanddTheoreticald
ChemistrySG2010SGd[aSG]XT]a 11

141 ‘”ltxGelectronGdensityGstudyGofGnaturalGchalconesUGChemicaldPhysicsdLettersSG2007SG[[aSGXTb 2.5 11

140 lGdesirabilityTbasedGmultiGobjectiveGapproachGforGtheGvirtualGscreeningGdiscoveryGofGbroadTspectrumG
antiTgastricGcancerGagentsUGPLoSdONESG2018SGXZSGeWXdYXba 3.7 11

139 xethanolGdissociationGonGbimetallicGsurfaceseGvalidityGofGtheGgeneralGmrˆ‚nstedâ��pvansâ��|olanyiG
relationshipGforGzâ��sGbondGcleavageUGRSCdAdvancesSG2016SGaSGXcad]TXcbWY 3.7 10

138 lffinityGpredictionGonGlZGadenosineGreceptorGantagonistseGtheGchemometricGapproachUGBioorganicd
anddMedicinaldChemistrySG2011SGXdSGac]ZTd 3.4 10

137 nurrentGcomputationalGapproachesGtowardsGtheGrationalGdesignGofGnewGinsecticidalGagentsUGCurrentd
ComputerrAideddDrugdDesignSG2011SGbSGZW[TX[ 1.4 10

136 oiscoveryGofGantiTllzheimerGagentseGcurrentGligandTbasedGapproachesGtowardGtheGdesignGofG
acetylcholinesteraseGinhibitorsUGMinirReviewsdindMedicinaldChemistrySG2012SGXYSG]cZTdX 3.2 10

135
wigandTmasedGVirtualG“creeningG–singG”ailoredGpnsembleseGlG|rioritizationG”oolGforGoualG
lYlldenosineG’eceptorGlntagonistsGVGxonoamineGzxidaseGmGtnhibitorsUGCurrentdPharmaceuticald
DesignSG2016SGYYSGZWcYTda

3.3 10

134 tnG“ilicoG“tudiesG”argetingGrTproteinGnoupledG’eceptorsGforGorugG’esearchGlgainstG|arkinsonNsG
oiseaseUGCurrentdNeuropharmacologySG2018SGXaSGbcaTc[c 7.6 10

133 ZoT‘“l’GxethodologiesGandGxolecularGxodelingGinGmioinformaticsGforGtheG“earchGofGyovelG
lntiTstVG”herapieseG’ationalGoesignGofGpntryGtnhibitorsUGCurrentdBioinformaticsSG2013SGcSG[]YT[a[ 4.7 10

132 “tripedGgoldGnanoparticleseGyewGinsightsGfromGmolecularGdynamicsGsimulationsUGJournaldofdChemicald
PhysicsSG2016SGX[[SGY[[bXW 3.9 10

131 oetectionGofGsimpleGinorganicGandGorganicGmoleculesGoverGnuTdecoratedGcircumcoroneneeGaG
combinedGoq”GandG‘”ltxGstudyUGPhysicaldChemistrydChemicaldPhysicsSG2018SGYWSGXaWYXTXaWZY 3.6 10

130
xeasurementGartifactsGidentifiedGinGtheG–VTvisGspectroscopicGstudyGofGadductGformationGwithinGtheG
contextGofGmolecularGimprintingGofGnaproxenUGSpectrochimicadActadrdPartdA:dMoleculardandd
BiomoleculardSpectroscopySG2016SGX]ZSGaaXTc

4.4 9

129 uanusGroldGyanoparticlesGfromGyanodropletsGofGllkylG”hiolseGlGxolecularGoynamicsG“tudyUGLangmuir
SG2017SGZZSGZW]aTZWab 4 9

128 ”heoreticalGinsightsGonGhelixGrepackingGasGtheGoriginGofG|TglycoproteinGpromiscuityUGScientificdReports
SG2020SGXWSGdcYZ 4.9 9

127 lGfurtherGdevelopmentGofGtheG‘yl’GmodelGtoGpredictGtheGcellularGuptakeGofGnanoparticlesGbyG
pancreaticGcancerGcellsUGFooddanddChemicaldToxicologySG2018SGXXYSG]bXT]cW 4.7 9

126 pffectsGofGaxialGcoordinationGonGimmobilizedGxnOsalenPGcatalystsUGJournaldofdPhysicaldChemistrydASG
2014SGXXcSGXWbccTda 2.8 9

125 nomputationalGandGexperimentalGstudyGofGtheGeffectGofG|prGinGtheGpreparationGofG
damascenoneTimprintedGxerogelsUGLangmuirSG2013SGYdSGYWY[TZY 4 9

(2013-2010)
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124 nhemoinformaticsGprofilingGofGionicGliquidsTTuncoveringGstructureTcytotoxicityGrelationshipsGwithG
networkTlikeGsimilarityGgraphsUGToxicologicaldSciencesSG2014SGXZcSGXdXTYW[ 4.4 9

123 lGoq”GstudyGofGtheGyzGdissociationGonGgoldGsurfacesGdopedGwithGtransitionGmetalsUGJournaldofd
ChemicaldPhysicsSG2013SGXZcSGWb[bWX 3.9 9

122 ‘“l’GstudiesGofG|”|XmGinhibitorseGrecentGadvancesGandGperspectivesUGCurrentdMedicinaldChemistrySG
2012SGXdSG[YWcTXb 4.3 9

121 “tructureGofGtheGinterfaceGbetweenGwaterGandGselfTassembledGmonolayersGofGneutralSGanionicGandG
cationicGalkaneGthiolsUGComputationaldanddTheoreticaldChemistrySG2010SGd[aSGcZTcb 9

120 xolecularGoynamicsG“imulationGofGwiquidGYTseptanoneSG|ureGandG“aturatedGwithGøaterUGJournaldofd
PhysicaldChemistrydBSG1999SGXWZSGXXbaTXXc[ 3.4 9

119 ”heGnuRâ��sYzGinteractionGpotentialGandGitsGapplicationGtoGtheGstudyGofGβnuOsYzPn]RGclustersGatG
differentGtemperaturesUGJournaldofdthedChemicaldSocietyqdFaradaydTransactionsdwSG1988SGc[SGadZTbW[ 9

118
’eviewGofGcurrentGchemoinformaticGtoolsGforGmodelingGimportantGaspectsGofGn−|sTmediatedGdrugG
metabolismUGtntegratingGmetabolismGdataGwithGotherGbiologicalGprofilesGtoGenhanceGdrugGdiscoveryUG
CurrentdDrugdMetabolismSG2014SGX]SG[YdT[W

3.5 9

117
lbelsonGtyrosineTproteinGkinaseGXGasGprincipalGtargetGforGdrugGdiscoveryGagainstGleukemiasUG’oleGofG
theGcurrentGcomputerTaidedGdrugGdesignGmethodologiesUGCurrentdTopicsdindMedicinaldChemistrySG2012
SGXYSGYb[]TaY

3 9

116 tnteractionGofGnoumarinG|hytoestrogensGwithGp’GandGp’eGlGxolecularGoynamicsG“imulationG“tudyUG
MoleculesSG2020SGY]SG 4.8 8

115 “tructuralGandGenergeticGevolutionGofGfibrinogenGtowardGtoGtheGbetablockerGinteractionsUG
InternationaldJournaldofdBiologicaldMacromoleculesSG2019SGXZbSG[W]T[Xd 7.9 8

114 tnfluenceGofGalcoholsGonGtheGinterTionGinteractionsGinGionicGliquidseGlGmolecularGdynamicsGstudyUG
JournaldofdMoleculardLiquidsSG2019SGYd[SGXXX]Zc 6 8

113 llignmentTqreeGxethodGtoG|redictGpnzymeGnlassesGandG“ubclassesUGInternationaldJournaldofd
MoleculardSciencesSG2019SGYWSG 6.3 8

112
xultidimensionalGdrugGdesigneGsimultaneousGanalysisGofGbindingGandGrelativeGefficacyGprofilesGofG
yOaPTsubstitutedT[NTthioadenosinesGlZGadenosineGreceptorGagonistsUGChemicaldBiologydanddDrugd
DesignSG2010SGb]SGaWbTXc

2.9 8

111 xolecularGoynamicsG“tudyGofGøaterGtnteractingGwithG“iloxaneG“urfaceGxodifiedGbyG|olyOethyleneG
oxidePGnhainsUGJournaldofdPhysicaldChemistrydCSG2011SGXX]SGXcb[WTXcb]X 3.8 8

110 ”heoreticalGstudyGofGcocaineGandGecgonineGmethylGesterGinGgasGphaseGandGinGaqueousGsolutionUG
ChemicaldPhysicsdLettersSG2009SG[abSGY[dTY][ 2.5 8

109 |robingGofGtheGVoltammetricGqeaturesGofGrraphiteGplectrodesGxodifiedGwithGxercaptoundecanoicG
lcidG“tabilizedGroldGyanoparticlesUGJournaldofdPhysicaldChemistrydCSG2008SGXXYSGY[YcTY[Z] 3.8 8

108
lnalysisGofGtheGinteractionGenergyGinGtheGnuRTsYzGandGnlâ��TsYzGsystemsSGwithGn|GcorrectionsGtoGtheG
m““pGofGtheGseparateGtermsSGandGxnGsimulationsGofGtheGaqueousGsystemsGwithGandGwithoutGn|G
correctionsUGTheoreticadChimicadActaSG1992SGcYSGXa]TXcb

8

107
xito”argetGxodelingG–singGlyyTnlassificationGxodelsGmasedGonGqractalG“pxGyanoToescriptorseG
narbonGyanotubesGasGxitochondrialGqWqXTl”|aseGtnhibitorsUGJournaldofdChemicaldInformationdandd
ModelingSG2019SG]dSGcaTdb

6.1 8
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106 orivingGqorcesGinGtheG“harplessGppoxidationG’eactioneGlGnoupledGltxoV‘”ltxG“tudyUGInorganicd
ChemistrySG2017SG]aSGYXY[TYXZ[ 5.1 7

105 “peedingG–pGtheGVirtualGoesignGandG“creeningGofG”herapeuticG|eptideseG“imultaneousG|redictionGofG
lnticancerGlctivityGandGnytotoxicityG2017SGXYbTX[b 7

104 ’ootsGofGlcetateTVanadiumGwinkageGtsomerismeGlG‘”ltxG“tudyUGInorganicdChemistrySG2016SG]]SGZa]ZTaY 5.1 7

103 xolecularGoynamicsG“tudyGofG|olyOpthyleneGzxidePGnhainsGoenselyGrraftedGonG“iloxaneG“urfaceGinG
oryGnonditionsUGJournaldofdPhysicaldChemistrydCSG2012SGXXaSGZ]baTZ]c[ 3.8 7

102 ’ecentGadvancesGonGlâ��GadenosineGreceptorGantagonistsGbyG‘“l’GtoolsUGCurrentdTopicsdindMedicinald
ChemistrySG2012SGXYSGcbcTd[ 3 7

101 znGtheGelectronicGstructureGofGcocaineGandGitsGmetabolitesUGJournaldofdPhysicaldChemistrydASG2009SG
XXZSGXZdZbT[Y 2.8 7

100
znGtheGstabilityGofGmetalTaminoacidGcomplexesGinGwaterGbasedGonGwaterTligandGexchangeGreactionsG
andGelectronicGpropertieseGdetailedGstudyGonGironTglycineGhexacoordinatedGcomplexesUGJournaldofd
ComputationaldChemistrySG2010SGZXSGYbZ]T[]

3.5 7

99 ’ationalGoesignGofGxultiT”argetGpstrogenG’eceptorsGp’˛–GandGp’˛†GbyG‘“l’GlpproachesUGCurrentd
DrugdTargetsSG2017SGXcSG]baT]dX 3 7

98 wookingGforGyewGtnhibitorsGforGtheGppidermalGrrowthGqactorG’eceptorUGCurrentdTopicsdindMedicinald
ChemistrySG2018SGXcSGYXdTYZY 3 7

97 wightGalcoholsGreformingGtowardsGrenewableGhydrogenGproductionGonGmulticomponentGcatalystsUG
RenewabledanddSustainabledEnergydReviewsSG2021SGXZcSGXXW]YZ 16.2 7

96 pnsembleTmasedGxodelingGofGnhemicalGnompoundsGwithGlntimalarialGlctivityUGCurrentdTopicsdind
MedicinaldChemistrySG2019SGXdSGd]bTdad 3 6

95
lG”z|ologicalG“ubTstructuralGxolecularGoesignGO”z|“TxzopPT‘“l’GapproachGforGmodelingGtheG
antiproliferativeGactivityGagainstGmurineGleukemiaGtumorGcellGlineGOwXYXWPUGBioorganicdanddMedicinald
ChemistrySG2009SGXbSG]ZbT[b

3.4 6

94 xolecularGdynamicsGstudyGofGnitrobenzeneGandGYTnitrophenyloctylGetherGsaturatedGwithGwaterUG
MoleculardPhysicsSG2006SGXW[SGZaYbTZaZ[ 1.7 6

93 |arallelGimplementationGofGaGxonteGnarloGmolecularGstimulationGprogramUGJournaldofdChemicald
InformationdanddComputerdSciencesSG2000SG[WSG]ccTdY 6

92 ldvancedGinG“ilicoGxethodsGforGtheGoevelopmentGofGlntiTGweishmaniasisGandGlntiT”rypanosomiasisG
lgentsUGCurrentdMedicinaldChemistrySG2020SGYbSGadbTbXc 4.3 6

91 qusingGoockingG“coringGqunctionsGtmprovesGtheGVirtualG“creeningG|erformanceGforGoiscoveringG
|arkinsonMJZdfsGoiseaseGoualG”argetGwigandsUGCurrentdNeuropharmacologySG2017SGX]SGXXWbTXXXa 7.6 6

90 VirtualG“creeningGofGllkaloidsGfromGlpocynaceaeGwithG|otentialGlntitrypanosomalGlctivityUGCurrentd
BioinformaticsSG2015SGXWSG]WdT]Xd 4.7 6

89 novalentGqunctionalizationGofGrrapheneGwithG|lxlxGoendrimerGandGttsGtmplicationsGonGrrapheneâ��sG
oispersionGandGnytotoxicityUGACSdApplieddPolymerdMaterialsSG2020SGYSGZ]cbTZaWW 4.3 6

(2020-2017)
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88 ‘“l’TnoT₃eGanGopenGsourceGtoolkitGforGmultitargetG‘“l’GmodellingUGJournaldofdCheminformaticsSG
2021SGXZSGYd 8.6 6

87 tonicGliquidâ��metalGinterfaceeG”heGoriginsGofGcapacitanceGpeaksUGElectrochimicadActaSG2021SGZbdSGXZcX[c 6.7 6

86 “tructuralGbehaviorGofGmonomerGofG“l’“TnoVTYGspikeGproteinGduringGinitialGstageGofGadsorptionGonG
grapheneUGMaterialsdTodaydChemistrySG2021SGYYSGXWW]bY 6.2 6

85 znGtheGroleGofGtheGsurfaceGchargeGplaneGpositionGatGluOhklPâ��mxtm|qaGinterfacesUGElectrochimicad
ActaSG2019SGZXcSGbaTcY 6.7 5

84 xolecularGdynamicsGsimulationsGofGcomplexGmixturesGaimedGatGtheGpreparationGofG
naproxenTimprintedGxerogelsUGJournaldofdChemicaldInformationdanddModelingSG2014SG][SGZZZWT[Z 6.1 5

83 ’eviewGofG“tructuresGnontainingGqullereneTnaWGforGoeliveryGofGlntibacterialGlgentsUGxultitaskingG
modelGforGnomputationalGlssessmentGofG“afetyG|rofilesUGCurrentdBioinformaticsSG2015SGXWSG]a]T]bc 4.7 5

82 nurrentGdrugGdesignGofGantiTstVGagentsGthroughGtheGinhibitionGofGnTnGchemokineGreceptorGtypeG]UG
CurrentdComputerrAideddDrugdDesignSG2011SGbSGYZcT[c 1.4 5

81
”heoreticalG|redictionGofGlntiproliferativeGlctivityGagainstGxurineGweukemiaG”umorGnellGwineG
OwXYXWPUGZoTxorseGoescriptorGandGitsGlpplicationGinGnomputationalGnhemistryUGQSARdandd
CombinatorialdScienceSG2009SGYcSGdcTXXW

5

80 |robingGtheGsypothesisGofG“l’GnontinuityG’estorationGbyGtheG’emovalGofGlctivityGnliffsGreneratorsG
inG‘“l’UGCurrentdPharmaceuticaldDesignSG2016SGYYSG]W[ZT]W]a 3.3 5

79 zverviewGofG‘“l’GxodellingGinG’ationalGorugGoesignG2012SGXd[TY[X 5

78 lGgeneralGlyyTbasedGmultitaskingGmodelGforGtheGdiscoveryGofGpotentGandGsaferGantibacterialG
agentsUGMethodsdindMoleculardBiologySG2015SGXYaWSG[]Ta[ 1.4 5

77
xappingGtheGunderlyingGmechanismsGofGfibrinogenGbenzothiazoleGdrugGinteractionsGusingG
computationalGandGexperimentalGapproachesUGInternationaldJournaldofdBiologicaldMacromoleculesSG
2020SGXaZSGbZWTb[[

7.9 5

76 xolecularGoynamicsG“imulationG“tudyGofGtheG“electivityGofGaG“ilicaG|olymerGforGtbuprofenUG
InternationaldJournaldofdMoleculardSciencesSG2016SGXbSG 6.3 5

75 tnsightsGintoGtheGcatalyticGactivityGofGtrimetallicGllVαnVnuGsurfacesGforGtheGwaterGgasGshiftGreactionUG
ApplieddSurfacedScienceSG2021SG][YSGX[c]cd 6.7 5

74 pstimationGofGtheG”oxicityGofGoifferentG“ubstitutedGlromaticGnompoundsGtoGtheGlquaticGniliateGbyG
‘“l’GlpproachUGMoleculesSG2018SGYZSG 4.8 5

73 oensityGofGoeepGputecticG“olventseG”heG|athGqorwardGnheminformaticsTorivenG’eliableG|redictionsG
forGxixturesUGMoleculesSG2021SGYaSG 4.8 5

72 seavyGmetalGionGseparationGfromGindustrialGwastewaterGusingGstackedGgrapheneGxembraneseGlG
molecularGdynamicsGsimulationGstudyUGJournaldofdMoleculardLiquidsSG2021SGZZcSGXXaacc 6 5

71
nomputationalGxito”argetG“canningGmasedGonG”opologicalGVacanciesGofG“ingleTøalledGnarbonG
yanotubesGwithGtheGsumanGxitochondrialGVoltageToependentGlnionGnhannelGOhVolnXPUGChemicald
ResearchdindToxicologySG2019SGZYSG]aaT]bb

4 4
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70 oynamicGstructureGofGyrqGandGproyrqGcomplexedGwithGpb]y”’eGproTpeptideGeffectUGJournaldofd
ChemicaldInformationdanddModelingSG2014SG][SGYW]XTab 6.1 4

69 xechanismGofGaziridinationGofGstyreneGcatalyzedGbyGcopperOtPGbisOoxazolinePUGInternationaldJournaldofd
QuantumdChemistrySG2013SGXXZSGYWWYTYWXX 2.1 4

68 natalyticG’eactionsGonGxodelGroldG“urfaceseGpffectGofG“urfaceG“tepsGandGofG“urfaceGoopingUG
CatalystsSG2011SGXSG[WT]X 4 4

67 xolecularGdynamicsGsimulationsGofGmouseGferrochelataseGvariantseGwhatGdistortsGandGorientatesGtheG
porphyrinjUGJournaldofdBiologicaldInorganicdChemistrySG2009SGX[SGXXXdTYc 3.7 4

66 ’edoxGpropertiesGofGtheGcalciumGchelatorGquraTYGinGmimeticGbiomembranesUGCelldCalciumSG2008SG[ZSGaX]TYX4 4

65 ”heGstructureGofGmoltenGnslueGabGinitioGandGxonteGnarloGstudyUGJournaldofdPhysicsdCondenseddMatterSG
1991SGZSG]aX]T]aYW 1.8 4

64 ’ecentGadvancesGonG‘“l’TbasedGprofilingGofGagonistGandGantagonistGlZGadenosineGreceptorGligandsUG
CurrentdTopicsdindMedicinaldChemistrySG2013SGXZSGXW[cTac 3 4

63 |redictionGofGtheGpstrogenG’eceptorGmindingGlffinityGforGbothGhp’MJd[]fGandGhp’MJd[afGbyG‘“l’G
lpproachesUGLettersdindDrugdDesigndanddDiscoverySG2014SGXXSGYa]TYbc 0.8 4

62 systeresisGinGtheGxoG“imulationsGofGoifferentialGnapacitanceGatGtheGtonicGwiquidTluGtnterfaceUG
JournaldofdPhysicaldChemistrydLettersSG2020SGXXSGXW[WcTXW[XZ 6.4 4

61 pxploringGtheGconformationalGbindingGmechanismGofGfibrinogenGinducedGbyGinteractionsGwithG
penicillinG˛†TlactamGantibioticGdrugsUGJournaldofdMoleculardLiquidsSG2021SGZY[SGXX[aab 6 4

60 xolecularGdynamicGstudyGofGalcoholTbasedGdeepGeutecticGsolventsUGJournaldofdChemicaldPhysicsSG2021
SGX]]SGWa[]Wa 3.9 4

59 tmportanceGofGoataGnurationGinG‘“l’G“tudiesGpspeciallyGøhileGxodelingGwargeT“izeGoatasetsUG
MethodsdindPharmacologydanddToxicologySG2020SGdbTXWd 1.1 4

58 nomputationalGmodelingGonGmitochondrialGchannelGnanotoxicityUGNanodTodaySG2020SGZ[SGXWWdXZ 17.9 3

57 lzaToielsâ��llderGadditionGofGcyclopentadieneGtoGpropynyliminoglyoxylatesUGComputationaldandd
TheoreticaldChemistrySG2013SGXWXYSG][T]d 2 3

56 xatrixTisolationGq”t’GstudyGofGazidoacetoneGandGazidoacetonitrileUGLowdTemperaturedPhysicsSG2003SG
YdSGcbWTcb] 0.7 3

55 pnzymaticGformationGofGionsGandGtheirGdetectionGatGaGthreeTphaseGelectrodeUGJournaldofdSoliddStated
ElectrochemistrySG2005SGdSG[adT[b[ 2.6 3

54 xultiT”argetGtnG“ilicoG|redictionGofGtnhibitorsGforGxitogenTlctivatedG|roteinGvinaseTtnteractingG
vinasesUGBiomoleculesSG2021SGXXSG 5.9 3

53
lGsimpleGelectrochemicalGdetectionGofGatorvastatinGbasedGonGdisposableGscreenTprintedGcarbonG
electrodesGmodifiedGbyGmolecularlyGimprintedGpolymereGpxperimentGandGsimulationUUGAnalyticad
ChimicadActaSG2022SGXXd[SGZZd[XW

6.6 3

(2022-2014)
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52 pvolutionGofGgraphGtheoryTbasedG‘“l’GmethodsGandGtheirGapplicationsGtoGtheGsearchGforGnewG
antibacterialGagentsUGCurrentdTopicsdindMedicinaldChemistrySG2013SGXZSGZXWXTXb 3 3

51 oevelopingGaGxultiTtargetGxodelGtoG|redictGtheGlctivityGofGxonoamineGzxidaseGlGandGmGorugsUG
CurrentdTopicsdindMedicinaldChemistrySG2020SGYWSGX]dZTXaWW 3 3

50 |”xwGxultiTwabelGllgorithmseGxodelsSG“oftwareSGandGlpplicationsUGCurrentdTopicsdindMedicinald
ChemistrySG2020SGYWSGYZYaTYZZb 3 3

49 nhemoinformaticsG|rofilingGofGtheGnhromoneGyucleusGasGaGxlzTmVlYll’GoualGmindingG“caffoldUG
CurrentdNeuropharmacologySG2017SGX]SGXXXbTXXZ] 7.6 3

48
–nderstandingGtheGmindingG“pecificityGofGrT|roteinGnoupledG’eceptorsGtowardGrT|roteinsGandG
lrrestinseGlpplicationGtoGtheGoopamineG’eceptorGqamilyUGJournaldofdChemicaldInformationdandd
ModelingSG2020SGaWSGZdadTZdc[

6.1 3

47 ”urningGdeepTeutecticGsolventsGintoGvalueTaddedGproductsGforGnzYGcaptureeGlGdesirabilityTbasedG
virtualGscreeningGstudyUGJournaldofdCOwdUtilizationSG2022SG]cSGXWXdYa 7.6 3

46 “impleGdescriptorsGforGassessingGtheGoutcomeGofGazaToielsâ��llderGreactionsUGRSCdAdvancesSG2015SG]SG]WbYdT]Wb[W3.7 2

45
znGtheGeffectsGofGtheGbasisGsetGsuperpositionGerrorGonGtheGchangeGofG‘”ltxGchargesGinGadductG
formationUGlpplicationGtoGcomplexesGbetweenGmorphineGandGcocaineGandGtheirGmainGmetabolitesUG
RSCdAdvancesSG2016SGaSGXXWa[YTXXWa]]

3.7 2

44 ldvancedGnhemometricGxodelingGlpproachesGforGtheGoesignGofGxultitargetGorugsGlgainstG
yeurodegenerativeGoiseasesUGMethodsdindPharmacologydanddToxicologySG2018SGX]]TXca 1.1 2

43
’esponseGtoGâ��nommentGonGâ��–ncertaintiesGinGscalingGfactorsGforGabGinitioGvibrationalGzeroTpointG
energiesâ��GandGâ��nalibrationGsetsGandGtheGaccuracyGofGvibrationalGscalingGfactorseGlGcaseGstudyGwithGtheG
₃Zw−|GhybridGfunctionalâ��â��GβuUGnhemUG|hysUGXZ[SGXabXWXGOYWXXP]UGJournaldofdChemicaldPhysicsSG2011SG
XZ[SGXabXWZ

3.9 2

42 oesignSG“ynthesisSGandGpvaluationGofGlntineoplasticGlctivityGofGyovelGnarbocyclicGyucleosidesUG
MoleculardInformaticsSG2010SGYdSGYXZTZX 3.8 2

41 lbGinitioGandGdensityGfunctionalGstudyGofGaGcaffeicGacidGamideUGComputationaldanddTheoreticald
ChemistrySG2007SGcW[SG]bTaZ 2

40 tnsightsGintoGtheGxechanismGofGxethanolG“teamG’eformingGforGsydrogenG|roductionGoverG
yiâ��nuTmasedGnatalystsUGACSdCatalysisSG2022SGXYSG]XYT]Ya 13.1 2

39 oesirabilityTbasedGmultiTcriteriaGvirtualGscreeningGofGselectiveGantimicrobialGcyclicG˛†ThairpinGcationicG
peptidomimeticsUGCurrentdPharmaceuticaldDesignSG2013SGXdSGYX[cTaZ 3.3 2

38 xolecularGsimulationsGofGinterfacialGsystemseGchallengesSGapplicationsGandGfutureGperspectivesUG
MoleculardSimulationSXTZc 2 2

37 ”argetingGmetaTmlockerGorugTorugGtnteractionsGwithGqibrinogenGmloodG|lasmaG|roteineGlG
nomputationalGandGpxperimentalG“tudyUGMoleculesSG2020SGY]SG 4.8 2

36
oevelopmentGofG|redictiveGwinearGandGyonTlinearG‘“”’GxodelsGforGlliivibrioGqischeriG”oxicityGofG
oeepGputecticG“olventsUGInternationaldJournaldofdQuantitativedStructurerPropertydRelationshipsSG2019SG
[SG]WTad

1.2 2

35 “tructureGandGnoncovalentGinteractionsGinGionicGliquidsGmixturesGandGdeepGeutecticGsolventsG2021SGXW]TX]b 2

Maria Natˆ¡lia Dias Soeiro Cordeiro

18



34 pxploringGrareGchemicalGphenomenaGusingGfractionalGnuclearGchargeseG”heGcisTeffectGinGyYqYUG
InternationaldJournaldofdQuantumdChemistrySG2018SGXXcSGeY]aaY 2.1 2

33 oevelopmentGofGaGmolecularGimprintedGelectrochemiluminescenceGsensorGforGamitriptylineG
detectioneGqromGxoGsimulationsGtoGexperimentalGimplementationUGElectrochimicadActaSG2021SGZdbSGXZdYbZ6.7 2

32 qromGbiomedicinalGtoGmodelsGandGbackGtoGtherapeuticseGaGreviewGonGtheGadvancementGofGpeptidicG
modelingUGFuturedMedicinaldChemistrySG2019SGXXSGYZXZTYZZX 4.1 1

31 nomputerTlidedGorugGoesignGlpproachesGtoG“tudyGveyG”herapeuticG”argetsGinGllzheimerâ��sGoiseaseUG
NeuromethodsSG2018SGaXTXWa 0.4 1

30 oynamicalG’earrangementGofGsumanGppidermalGrrowthGqactorG’eceptorGYGuponGlntibodyGmindingeG
pffectsGonGtheGoimerizationUGBiomoleculesSG2019SGdSG 5.9 1

29 |redictionGofGmetallicGnanotubeGreactivityGforGszGactivationUGPhysicaldChemistrydChemicaldPhysicsSG
2017SGXdSGXdXccTXdXd] 3.6 1

28 sowGreliableGisGtheG’eaxqqG|otentialGforGoescribingGtheG“tructureGofGllkanethiolsGonGroldjGlG
xolecularGoynamicsG“tudyUGJournaldofdPhysics:dConferencedSeriesSG2014SG[dWSGWXYWWa 0.3 1

27
sowGreliableGisGtheG’eaxqqGpotentialGforGdescribingGtheGstructureGofGalkanethiolsGonGgoldjGlG
molecularGdynamicsGstudyUGInternationaldJournaldofdModelingqdSimulationqdanddScientificdComputingSG
2014SGW]SGX[[XWXX

0.8 1

26 sydrationG“tructureGofGnocaineGandGitsGxetaboliteseGlGxolecularGoynamicsG“tudyUGJournaldofd
SolutiondChemistrySG2011SG[WSGa]aTabd 1.8 1

25 “imulationGofGtheGelectronGtransferGprocessGnuYRGRGnuRGjGnuRGRGnuYRGinGaqueousGsolutionUG
ComputationaldanddTheoreticaldChemistrySG1996SGZbXSGXc]TXdW 1

24 rotGtoGøriteGaGnlassiceGnlassicalGandG|erturbationTmasedG‘“l’GxethodsSGxachineGwearningSGandGtheG
xonitoringGofGyanoparticleGpcotoxicityUGMethodsdindPharmacologydanddToxicologySG2020SGXd]TYXZ 1.1 1

23
nomputationalGxodelingGofGpnvironmentalGnoTexposureGonGzilToerivedGsydrocarbonGzverloadGbyG
–singG“ubstrateT“pecificG”ransportG|roteinGO”od₃PGwithGrrapheneGyanostructuresUGCurrentdTopicsdind
MedicinaldChemistrySG2020SGYWSGYZWcTYZY]

3 1

22 lnGintegratedGprotocolGtoGstudyGhydrogenGabstractionGreactionsGbyGatomicGhydrogenGinGflexibleG
moleculeseGapplicationGtoGbutanolGisomersUUGPhysicaldChemistrydChemicaldPhysicsSG2022SG 3.6 1

21 ‘“l’TmasedG“tudiesGofGyanomaterialsGinGtheGpnvironmentG2017SGX]W[TX]ZY 1

20 ‘“l’TmasedG“tudiesGofGyanomaterialsGinGtheGpnvironmentG2017SGXZZdTXZaa 1

19 yanomarkerGforGparlyGoetectionGofGllzheimerâ��sGoiseaseGnombiningGlbGinitioGoq”G“imulationsGandG
xolecularGoockingGlpproachUGBiophysicaSG2021SGXSGbaTca 1

18 lv”GtnhibitorseG”heG’oadGlheadGtoGnomputationalGxodelingTruidedGoiscoveryUGInternationaldJournald
ofdMoleculardSciencesSG2021SGYYSG 6.3 1

17 qirstTprinciplesTbasedGkineticGxonteGnarloGsimulationsGofGnzGoxidationGonGcatalyticGluOXXWPGandG
lgOXXWPGsurfacesUGPhysicaldChemistrydChemicaldPhysicsSG2021SGYZSGX[WZbTX[W]W 3.6 1

(2021-2018)
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16 xrUG“ilvaGandG|atientGαeroeGlGxedicalG“ocialGyetworkGandGoataGVisualizationGtnformationG“ystemUG
LecturedNotesdindComputerdScienceSG2018SGXXXTXXb 0.9 1

15 znGtheG’elevanceGofGqeatureG“electionGllgorithmsGøhileGoevelopingGyonTlinearG‘“l’sUGMethodsdind
PharmacologydanddToxicologySG2020SGXbbTXd[ 1.1 1

14 xachineGwearningGlpproachGtoG|redictGpnzymeG“ubclassesG2017SGZbT]Z

13 |redictorsGofGsatisfactionGinGpatientGwithGsiliconeGbreastGimplantsGandGitsGassociationGwithGdrugG
intakeGhabitsUGActadChirurgicadBelgicaSG2017SGXXbSGcdTdc 0.9

12 ‘“l’GxodelingGforGtheGlntimalarialGlctivityGofGXS[TyaphthoquinonylGoerivativesGasG|otentialG
lntimalarialGlgentsUGCurrentdComputerrAideddDrugdDesignSG2013SGdSGd]TXWb 1.4

11 tnfluenceGofGinterionicGseparationGinGelectronGtransferGreactionsUGComputationaldanddTheoreticald
ChemistrySG1999SG[ccSGXadTXbc

10 wightGmetalGionsGinGwatereG‘uantalGandGclassicalGsimulationsGforGbwiRUGJournaldofdMoleculardLiquidsSG
1994SGaWSGYZbTY[d 6

9 nhapterGXXe“upportedGVanadiumGnatalystseGseterogeneousGxolecularGnomplexesSGplectrocatalysisG
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