
David A Winkler

ListjofjPublicationsjbyjCitations

Source:jhttps://exalyycom/authorxpdf/5889886/davidxaxwinklerxpublicationsxbyxcitationsypdf

Version:j2024x04x28j

ThisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexalyycomyjForj

thejlatestjversionjofjthisjpublicationjlistwjvisitjthejlinkjgivenjabovey

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalwjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticley

231
papers

7,020
citations

44
h-index

74
g-index

270
ext. papers

8,381
ext. citations

7.2
avg, IF

6.5
L-index



m Paper IF Citations

231 newareGofG”OZPfG–impleSG nambiguousGmssessmentGofGtheGPredictionGmccuracyGofG“–m”GandG“–P”G
yodelsUGJournaleofeChemicaleInformationeandeModelingSG2015SGaaSGX[XbTZZ 6.1 350

230 “uantitativeGstructureTpropertyGrelationshipGmodelingGofGdiverseGmaterialsGpropertiesUGChemicale
ReviewsSG2012SGXXZSGZddeTeXe 68.1 320

229 nayesianGregularizationGofGneuralGnetworksUGMethodseineMoleculareBiologySG2008SG]adSGZaT]] 1.4 224

228 ”obustG“–m”GmodelsGusingGnayesianGregularizedGneuralGnetworksUGJournaleofeMedicinaleChemistrySG
1999SG]ZSG[Xd[Tc 8.3 204

227 “–m”GwithoutGbordersUGChemicaleSocietyeReviewsSG2020SG]eSG[aZaT[ab] 58.5 196

226 yodelingGbiologicalGactivitiesGofGnanoparticlesUGNanoeLettersSG2012SGXZSGadWdTXZ 11.5 148

225 mpplyingGquantitativeGstructureTactivityGrelationshipGapproachesGtoGnanotoxicologyfGcurrentGstatusG
andGfutureGpotentialUGToxicologySG2013SG[X[SGXaTZ[ 4.4 132

224 mGrenaissanceGofGneuralGnetworksGinGdrugGdiscoveryUGExperteOpinioneoneDrugeDiscoverySG2016SGXXSGcdaTea 6.2 127

223 yaterialsGforGstemGcellGfactoriesGofGtheGfutureUGNatureeMaterialsSG2014SGX[SGacWTe 27 126

222 yaterialsGsenomeGinGmctionfGudentifyingGtheGPerformanceGximitsGofGPhysicalGtydrogenG–torageUG
ChemistryeofeMaterialsSG2017SGZeSGZd]]TZda] 9.6 123

221 pesignGofGpotentialGantiTtu−GagentsUGXUGyannosidaseGinhibitorsUGJournaleofeMedicinaleChemistrySG1989
SG[ZSGZWd]Te 8.3 118

220  seGofGautomaticGrelevanceGdeterminationGinG“–m”GstudiesGusingGnayesianGneuralGnetworksUGJournale
ofeChemicaleInformationeandeComputereSciencesSG2000SG]WSGX]Z[T[W 109

219 oonsistentGconceptsGofGselfTorganizationGandGselfTassemblyUGComplexitySG2008SGX]SGXWTXc 1.6 107

218 piscoveryGandGOptimizationGofGyaterialsG singGqvolutionaryGmpproachesUGChemicaleReviewsSG2016SG
XXbSGbXWcT[Z 68.1 107

217 —heGroleGofGquantitativeGstructureTTactivityGrelationshipsGO“–m”PGinGbiomolecularGdiscoveryUGBriefingse
ineBioinformaticsSG2002SG[SGc[Tdb 13.4 100

216  nderstandingGtheG”olesGofGtheGI—woG“–m”sIUGJournaleofeChemicaleInformationeandeModelingSG2016SG
abSGZbeTc] 6.1 95

215 —owardsGchromateTfreeGcorrosionGinhibitorsfGstructureâ��propertyGmodelsGforGorganicGalternativesUG
GreeneChemistrySG2014SGXbSG[[]eT[[ac 10 93
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214
—heGαTrayGstructureGofGaGhemipteranGecdysoneGreceptorGligandTbindingGdomainfGcomparisonGwithGaG
lepidopteranGecdysoneGreceptorGligandTbindingGdomainGandGimplicationsGforGinsecticideGdesignUG
JournaleofeBiologicaleChemistrySG2005SGZdWSGZZZadTbe

5.4 91

213  nzippingGtheGroleGofGchiralityGinGnanoscaleGselfTassemblyGofGtripeptideGhydrogelsUGNanoscaleSG2012SG
]SGbcaZTbW 7.7 89

212 oomputationalGyodelingGandG–imulationGofGoOGoaptureGbyGmqueousGmminesUGChemicaleReviewsSG
2017SGXXcSGeaZ]Teae[ 68.1 86

211  ltrafastGrabricationGofGoovalentlyGorossTlinkedGyultifunctionalGsrapheneGOxideGyonolithsUG
AdvancedeFunctionaleMaterialsSG2014SGZ]SG]eXaT]eZX 15.6 86

210
mGquantitativeGstructureTTactivityGrelationshipsGmodelGforGtheGacuteGtoxicityGofGsubstitutedGbenzenesG
toG—etrahymenaGpyriformisGusingGnayesianTregularizedGneuralGnetworksUGChemicaleResearcheine
ToxicologySG2000SGX[SG][bT]W

4 82

209 −alidatingGqatonNsGtypothesisfGoubaneGasGaGnenzeneGnioisostereUGAngewandteeChemieeseInternationale
EditionSG2016SGaaSG[adWTa 16.4 78

208 yodellingGandGpredictingGtheGbiologicalGeffectsGofGnanomaterialsUGSAReandeQSAReineEnvironmentale
ResearchSG2014SGZaSGXbXTcZ 3.5 74

207  singGhighGthroughputGexperimentalGdataGandGinGsilicoGmodelsGtoGdiscoverGalternativesGtoGtoxicG
chromateGcorrosionGinhibitorsUGCorrosioneScienceSG2016SGXWbSGZZeTZ[a 6.8 68

206 olassificationGofGemergenceGandGitsGrelationGtoGselfTorganizationUGComplexitySG2008SGX[SGXWTXa 1.6 68

205 zeuralGnetworksGasGrobustGtoolsGinGdrugGleadGdiscoveryGandGdevelopmentUGMoleculareBiotechnologySG
2004SGZcSGX[eTbd 3 67

204
oomparisonGofGlinearGandGnonlinearGclassificationGalgorithmsGforGtheGpredictionGofGdrugGandG
chemicalGmetabolismGbyGhumanG pPTglucuronosyltransferaseGisoformsUGJournaleofeChemicale
InformationeandeComputereSciencesSG2003SG][SGZWXeTZ]

67

203 piscoveryGofGaGzovelGPolymerGforGtumanGPluripotentG–temGoellGqxpansionGandGyultilineageG
pifferentiationUGAdvancedeMaterialsSG2015SGZcSG]WWbTXZ 24 64

202 OptimalG–parseGpescriptorG–electionGforG“–m”G singGnayesianGyethodsUGQSAReandeCombinatoriale
ScienceSG2009SGZdSGb]aTba[ 56

201 yodellingGbloodTbrainGbarrierGpartitioningGusingGnayesianGneuralGnetsUGJournaleofeMoleculareGraphicse
andeModellingSG2004SGZZSG]eeTaWa 2.8 56

200
”ecentGadvancesSGandGunresolvedGissuesSGinGtheGapplicationGofGcomputationalGmodellingGtoGtheG
predictionGofGtheGbiologicalGeffectsGofGnanomaterialsUGToxicologyeandeAppliedePharmacologySG2016SG
ZeeSGebTXWW

4.6 55

199 zewG“–m”GyethodsGmppliedGtoG–tructureâ��mctivityGyappingGandGoombinatorialGohemistryUGJournale
ofeChemicaleInformationeandeComputereSciencesSG1999SG[eSGZ[bTZ]Z 55

198
–parseGfeatureGselectionGmethodsGidentifyGunexpectedGglobalGcellularGresponseGtoG
strontiumTcontainingGmaterialsUGProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStatese
ofeAmericaSG2015SGXXZSG]ZdWTa

11.5 52

197 —ripeptideGmotifsGinGbiologyfGtargetsGforGpeptidomimeticGdesignUGJournaleofeMedicinaleChemistrySG
2011SGa]SGXXXXTZa 8.3 51

(2011-2005)
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196 ”obustG“–m”GyodelsGfromGzovelGpescriptorsGandGnayesianG”egularisedGzeuralGzetworksUGMoleculare
SimulationSG2000SGZ]SGZ][TZad 2 50

195 ummuneGyodulationGbyGpesignfG singG—opographyGtoGoontrolGtumanGyonocyteGmttachmentGandG
yacrophageGpifferentiationUGAdvancedeScienceSG2020SGcSGXeW[[eZ 13.6 48

194 mnGOptimalG–elfTPruningGzeuralGzetworkGandGzonlinearGpescriptorG–electionGinG“–m”UGQSAReande
CombinatorialeScienceSG2009SGZdSGXWeZTXWec 48

193 mnGqxperimentalGandGoomputationalGmpproachGtoGtheGpevelopmentGofGπnOGzanoparticlesGthatGareG
–afeGbyGpesignUGSmallSG2016SGXZSG[abdTcc 11 47

192 qvolvingGembodiedGintelligenceGfromGmaterialsGtoGmachinesUGNatureeMachineeIntelligenceSG2019SGXSGXZTXe 22.5 47

191 mqueousGsolubilityGpredictionfGdoGcrystalGlatticeGinteractionsGhelpkUGMolecularePharmaceuticsSG2013SG
XWSGZcacTbb 5.6 46

190 oonformationalGanalysisGofGtheGergotGalkaloidsGergotamineGandGergotaminineUGJournaleofeMedicinale
ChemistrySG1982SGZaSGe[cT]Z 8.3 46

189 oapturingGtheGcrystalfGpredictionGofGenthalpyGofGsublimationSGcrystalGlatticeGenergySGandGmeltingG
pointsGofGorganicGcompoundsUGJournaleofeChemicaleInformationeandeModelingSG2013SGa[SGZZ[Te 6.1 44

188 PerformanceGofGpeepGandG–hallowGzeuralGzetworksSGtheG niversalGmpproximationG—heoremSG
mctivityGoliffsSGandG“–m”UGMoleculareInformaticsSG2017SG[bSGXbWWXXd 3.8 44

187 mGoarbonTX[Gzy”G–tudyGofGoarbonGpioxideGmbsorptionGandGpesorptionGwithGmqueousGmmineG
–olutionsUGEnergyeProcediaSG2009SGXSGeaaTebZ 2.3 44

186
”apidGpredictionGofGchemicalGmetabolismGbyGhumanG pPTglucuronosyltransferaseGisoformsGusingG
quantumGchemicalGdescriptorsGderivedGwithGtheGelectronegativityGequalizationGmethodUGJournaleofe
MedicinaleChemistrySG2004SG]cSGa[XXTc

8.3 42

185 zano–olveu—GProjectfGprivingGnanoinformaticsGresearchGtoGdevelopGinnovativeGandGintegratedGtoolsG
forGnanosafetyGassessmentUGComputationaleandeStructuraleBiotechnologyeJournalSG2020SGXdSGad[TbWZ 6.8 41

184 mGgeneralGmodelGforGbinaryGcellGfateGdecisionGgeneGcircuitsGwithGdegeneracyfGindeterminacyGandG
switchGbehaviorGinGtheGabsenceGofGcooperativityUGPLoSeONESG2011SGbSGeXe[ad 3.7 41

183
zorbornanefGanGinvestigationGintoGitsGvalenceGelectronicGstructureGusingGelectronGmomentumG
spectroscopySGandGdensityGfunctionalGandGsreenNsGfunctionGtheoriesUGJournaleofeChemicalePhysicsSG
2004SGXZXSGXWaZaT]X

3.9 40

182 ”elevanceG−ectorGyachinesfG–parseGolassificationGyethodsGforG“–m”UGJournaleofeChemicale
InformationeandeModelingSG2015SGaaSGXaZeT[] 6.1 39

181 yodellingGandGPredictionGofGnacterialGmttachmentGtoGPolymersUGAdvancedeFunctionaleMaterialsSG2014
SGZ]SGZWdaTZWe[ 15.6 38

180 —owardGaGsystematicGexplorationGofGnanoTbioGinteractionsUGToxicologyeandeAppliedePharmacologySG
2017SG[Z[SGbbTc[ 4.6 37

179 ummuneTunstructiveGPolymersGoontrolGyacrophageGPhenotypeGandGyodulateGtheGroreignGnodyG
”esponseGun´ −ivoUGMatterSG2020SGZSGXab]TXadX 12.7 37
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178 yodellingGhumanGembryoidGbodyGcellGadhesionGtoGaGcombinatorialGlibraryGofGpolymerGsurfacesUG
JournaleofeMaterialseChemistrySG2012SGZZSGZWeWZTZWeWb 37

177
aTepiTpeoxyrhamnojirimycinGisGaGpotentGinhibitorGofGanG˛–TlTrhamnosidasefG
aTepiTdeoxymannojirimycinGisGnotGaGpotentGinhibitorGofGanG˛–TdTmannosidaseUGTetrahedron:e
AsymmetrySG1998SGeSGZe]cTZebW

37

176 mGcriticalGoverviewGofGcomputationalGapproachesGemployedGforGoO−upTXeGdrugGdiscoveryUGChemicale
SocietyeReviewsSG2021SGaWSGeXZXTeXaX 58.5 36

175 –tructureTbasedGdesignGofGinhibitorsGofGtheGriceGblastGfungalGenzymeGtrihydroxynaphthaleneG
reductaseUGJournaleofeMoleculareGraphicseandeModellingSG2001SGXeSG][]T]cSG]cWTX 2.8 35

174 —heGmicrowaveGspectrumGofGtozGdimerUGJournaleofeMoleculareSpectroscopySG1981SGdeSG[aZT[aa 1.3 35

173 qfficientGPredictionGofG–tructuralGandGqlectronicGPropertiesGofGtybridGZpGyaterialsG singG
oomplementaryGpr—GandGyachineGxearningGmpproachesUGAdvancedeTheoryeandeSimulationsSG2019SGZSGXdWWXZd3.5 34

172 ”oleGofGmrtificialGuntelligenceGandGyachineGxearningGinGzanosafetyUGSmallSG2020SGXbSGeZWWXdd[ 11 33

171 —heGdiverseGbiologicalGpropertiesGofGtheGchemicallyGinertGnobleGgasesUGPharmacologyekeTherapeuticsSG
2016SGXbWSG]]Tb] 13.9 31

170 nindingGinhibitorsGofGtheGbacterialGslidingGclampGbyGdesignUGJournaleofeMedicinaleChemistrySG2011SGa]SG]d[XTd8.3 31

169 yolecularGmodelingGstudiesGofGIflapGupIGmannosylGcationGmimicsUGJournaleofeMedicinaleChemistrySG
1996SG[eSG][[ZT] 8.3 31

168 oonductingGPolymersGfromGPolybutadienefGyolecularGoonfigurationGqffectsGonGtheGuodineTunducedG
oonjugationG”eactionsUGMacromoleculesSG1994SGZcSGbcZdTbc[a 5.5 31

167 —owardsGcomputationalGdesignGofGzeoliteGcatalystsGforGoOZGreductionUGRSCeAdvancesSG2015SGaSG]][bXT]][cW3.7 30

166
nroadTbasedGquantitativeGstructureTactivityGrelationshipGmodelingGofGpotencyGandGselectivityGofG
farnesyltransferaseGinhibitorsGusingGaGnayesianGregularizedGneuralGnetworkUGJournaleofeMedicinale
ChemistrySG2004SG]cSGbZ[WTd

8.3 30

165 mGpensityGrunctionalG—heoryGandGqlectronGyomentumG–pectroscopyG–tudyGintoGtheGoompleteG
−alenceGqlectronicG–tructureGofGoubaneUGJournaleofetheeAmericaneChemicaleSocietySG2000SGXZZSG[deZT[eWW 16.4 30

164 unGsilicoGcomparisonGofG–m”–Too−TZGspikeGproteinTmoqZGbindingGaffinitiesGacrossGspeciesGandG
implicationsGforGvirusGoriginUGScientificeReportsSG2021SGXXSGX[Wb[ 4.9 30

163 PredictionGofGnroadT–pectrumGPathogenGmttachmentGtoGooatingGyaterialsGforGniomedicalGpevicesUG
ACSeAppliedeMaterialsekamp;eInterfacesSG2018SGXWSGX[eTX]e 9.5 30

162
oompetitiveGunhibitionGyechanismGofGmcetylcholinesteraseGwithoutGoatalyticGmctiveG–iteGunteractionfG
–tudyGonGrunctionalizedGoGzanoparticlesGviaGinG−itroGandGinG–ilicoGmssaysUGACSeAppliedeMaterialse
kamp;eInterfacesSG2017SGeSGXdbZbTXdb[d

9.5 29

161 PredictingGtheGPerformanceGofGOrganicGoorrosionGunhibitorsUGMetalsSG2017SGcSGaa[ 2.3 29

(2017-2012)
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160 PredictiveGnayesianGneuralGnetworkGmodelsGofGytoGclassGuuGpeptideGbindingUGJournaleofeMoleculare
GraphicseandeModellingSG2005SGZ[SG]dXTe 2.8 29

159 oontrastingGqffectsGofGzanoparticleGnindingGonGProteinGpenaturationUGJournaleofePhysicaleChemistrye
CSG2014SGXXdSGZZWbeTZZWcd 3.8 28

158
unvestigationGintoGtheGvalenceGelectronicGstructureGofGnorborneneGusingGelectronGmomentumG
spectroscopySGsreenNsGfunctionSGandGdensityGfunctionalGtheoriesUGJournaleofePhysicaleChemistryeASG
2005SGXWeSGe[Z]T]W

2.8 28

157 −alidatingGqatonNsGtypothesisfGoubaneGasGaGnenzeneGnioisostereUGAngewandteeChemieSG2016SGXZdSG[b]]T[b]e3.6 28

156 —hermostabilityGandGreversibilityGofGsilverGnanoparticleTproteinGbindingUGPhysicaleChemistryeChemicale
PhysicsSG2015SGXcSGXcZdT[e 3.6 26

155 mccurateGandGinterpretableGnano–m”GmodelsGfromGgeneticGprogrammingTbasedGdecisionGtreeG
constructionGapproachesUGNanotoxicologySG2016SGXWSGXWWXTXZ 5.3 26

154 ProbingGenzymeTnanoparticleGinteractionsGusingGcombinatorialGgoldGnanoparticleGlibrariesUGNanoe
ResearchSG2015SGdSGXZe[TX[Wd 10 26

153 —owardGnovelGuniversalGdescriptorsfGchargeGfingerprintsUGJournaleofeChemicaleInformationeande
ModelingSG2009SG]eSGcXWTa 6.1 26

152 —heoreticalGandGOeSZePGqxperimentalGunvestigationGintoGtheGoompleteG−alenceGqlectronicG–tructureG
ofG[XUXUX]PropellaneUGJournaleofetheeAmericaneChemicaleSocietySG1997SGXXeSGZdebTZeW] 16.4 26

151 oriticalTlikeGselfTorganizationGandGnaturalGselectionfGtwoGfacetsGofGaGsingleGevolutionaryGprocesskUG
BioSystemsSG2008SGeZSGX]dTad 1.9 26

150 OrbitalGbasedGelectronicGstructuralGsignaturesGofGtheGguanineGketoGsTctVsTetGtautomerGpairGasG
studiedGusingGdualGspaceGanalysisUGBiophysicaleChemistrySG2006SGXZXSGXWaTZW 3.5 26

149 ”obustGmodellingGofGsolubilityGinGsupercriticalGcarbonGdioxideGusingGnayesianGmethodsUGJournaleofe
MoleculareGraphicseandeModellingSG2010SGZdSGae[Tc 2.8 25

148 –ynthesisSGbindingGandGbioactivityGofGgammaTmethyleneGgammaTlactamGecdysoneGreceptorGligandsfG
advantagesGofG“–m”GmodelsGforGflexibleGreceptorsUGBioorganiceandeMedicinaleChemistrySG2010SGXdSGab]cTbW3.4 25

147
–ynthesisGofGhomorhamnojirimycinsGandGrelatedGtrihydroxypipecolicGacidGderivativesGviaGdivergentG
bicyclicGaminoGlactoneGintermediatesfGunhibitionGofGnaringinaseGOxTrhamnosidasePGandG
d—pPTrhamnoseGbiosynthesisUGJournaleofetheeChemicaleSocietyePerkineTransactionsewSG1999SGZc[aTZc]a

25

146 —argetedGcytotoxicGcellsGasGaGnovelGformGofGcancerGimmunotherapyUGMoleculareImmunologySG1988SGZaSGXWeeTXW[4.3 25

145
–urfaceTwaterGunterfaceGunducesGoonformationalGohangesGoriticalGforGProteinGmdsorptionfG
umplicationsGforGyonolayerGrormationGofGqm–GtydrophobinUGFrontierseineMoleculareBiosciencesSG2015SG
ZSGb]

5.6 23

144 zeuralGnetworksGinGmpyqGandGtoxicityGpredictionUGDrugseofetheeFutureSG2004SGZeSGXW][ 2.3 23

143 nrooktroutGxakeGcaseGstudyfGbioticGrecoveryGfromGacidGdepositionGZWGyearsGafterGtheGXeeWGoleanGmirG
mctGmmendmentsUGEnvironmentaleScienceekamp;eTechnologySG2015SG]eSGZbbaTc] 10.3 22
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142 nayesianGneuralGnetsGforGmodelingGinGdrugGdiscoveryUGDrugeDiscoveryeTodayeBiosilicoSG2004SGZSGXW]TXXX 21

141 “uantitativeGdesignGrulesGforGproteinTresistantGsurfaceGcoatingsGusingGmachineGlearningUGScientifice
ReportsSG2019SGeSGZba 4.9 20

140 yachineGlearningGpropertyGpredictionGforGorganicGphotovoltaicGdevicesUGNpjeComputationaleMaterials
SG2020SGbSG 10.9 20

139 mtomisticG—opologicalGundicesGmppliedGtoGnenzodiazepinesGusingG−ariousG”egressionGyethodsUGQSARe
andeCombinatorialeScienceSG1998SGXcSGX]TXe 20

138 PredictiveGtumanGuntestinalGmbsorptionG“–m”GyodelsG singGnayesianG”egularizedGzeuralG
zetworksUGAustralianeJournaleofeChemistrySG2005SGadSGdae 1.2 20

137 unGsilicoGscreeningGofGmodulatorsGofGmagnesiumGdissolutionUGCorrosioneScienceSG2020SGXb[SGXWdZ]a 6.8 20

136 tolographicG“–m”GofGnenzodiazepinesUGQSAReandeCombinatorialeScienceSG1998SGXcSGZZ]TZ[X 20

135 mGthrombopoietinGreceptorGantagonistGisGcapableGofGdepletingGmyelofibrosisGhematopoieticGstemG
andGprogenitorGcellsUGBloodSG2016SGXZcSG[[edT]We 2.2 19

134
PiperidineGanaloguesGofGpTgalactoseGasGpotentGinhibitorsGofG˛–TgalactosidasefG–ynthesisGbyG
stannaneTmediatedGhydroxymethylationGofGaTazidoTXS]TlactonesUG–tructuralGrelationshipsGbetweenG
pTgalactosidaseGandGxTrhamnosidaseGinhibitorsUGJournaleofetheeChemicaleSocietyePerkineTransactionsew
SG1999SGZc]cTZca]

19

133 â��uZTpopingâ��GofGXS]TpolydienesUGSyntheticeMetalsSG1995SGbeSGab[Tabb 3.6 19

132 PredictingGtheGcomplexGphaseGbehaviorGofGselfTassemblingGdrugGdeliveryGnanoparticlesUGMoleculare
PharmaceuticsSG2013SGXWSGX[bdTcc 5.6 18

131 OptimalGmachineGlearningGmodelsGforGrobustGmaterialsGclassificationGusingG—orT–uy–GdataUGAppliede
SurfaceeScienceSG2019SG]dcSGcc[Tcd[ 6.7 17

130 piscoveryGofGOmethPacrylateGpolymersGthatGresistGcolonizationGbyGfungiGassociatedGwithG
pathogenesisGandGbiodeteriorationUGScienceeAdvancesSG2020SGbSGeababac] 14.3 17

129 yultivariateGanalysisGofG—orT–uy–GdataGusingGmassGsegmentedGpeakGlistsUGSurfaceeandeInterfacee
AnalysisSG2018SGaWSGcX[TcZd 1.5 17

128 pefinitiveGconfirmationGforGthroughTspaceGbondGdominanceGinGtheGoutermostGˇ�TorbitalsGofG
norbornadieneUGJournaleofeElectroneSpectroscopyeandeRelatedePhenomenaSG2002SGXZ[SG[deT[ea 1.7 17

127 typerfineGinteractionsGinGmethanimineUGAustralianeJournaleofeChemistrySG1982SG[aSGbbc 1.2 17

126 –elfTOrganizingGyapGandG”elationalGPerspectiveGyappingGforGtheGmccurateG−isualizationGofG
tighTpimensionalGtyperspectralGpataUGAnalyticaleChemistrySG2020SGeZSGXW]aWTXW]ae 7.8 16

125 –elfTorganizingGcircuitryGandGemergentGcomputationGinGmouseGembryonicGstemGcellsUGStemeCelle
ResearchSG2012SGdSG[Z]T[[ 1.6 16

(2012-2004)
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124 –temGcellGdecisionGmakingGandGcriticalTlikeGexploratoryGnetworksUGStemeCelleResearchSG2009SGZSGXbaTcc 1.6 16

123 PredictingGmaximumGbioactivityGbyGeffectiveGinversionGofGneuralGnetworksGusingGgeneticGalgorithmsUG
ChemometricseandeIntelligenteLaboratoryeSystemsSG1997SG[dSGXZcTX[c 3.8 16

122
mnGelectronGmomentumGspectroscopyGandGdensityGfunctionalGtheoryGstudyGofGtheGouterGvalenceG
electronicGstructureGofGstellaTZSbTdioneUGJournaleofePhysicseB:eAtomicreMoleculareandeOpticalePhysicsSG
2003SG[bSG[XaaT[XcX

1.3 16

121 qxploringGtheGelectronicGstructureGofGZSbTstelladioneGfromGmomentumGspaceGufGtheGpTdominantG
molecularGorbitalsGinGtheGouterGvalenceGshellUGChemicalePhysicseLettersSG2003SG[dZSGZXcTZZa 2.5 16

120 oomprehensiveGqxperimentalGandG—heoreticalG–tudyGintoGtheGoompleteG−alenceGqlectronicG
–tructureGofGzorbornadieneUGJournaleofePhysicaleChemistryeASG2002SGXWbSGeac[TeadX 2.8 16

119 oonformationalGenergyGcalculationsGandGelectrostaticGpotentialsGofGdihydrofolateGreductaseGligandsfG
relevanceGtoGmodeGofGbindingGandGspeciesGspecificityUGJournaleofeMedicinaleChemistrySG1986SGZeSGbedTcWd 8.3 16

118 qffectGofGmassGsegmentGsizeGonGpolymerG—orT–uy–GmultivariateGanalysisGusingGaGuniversalGdataG
matrixUGAppliedeSurfaceeScienceSG2019SG]cdSG]baT]cc 6.7 15

117 ”obustGPredictionGofGPersonalizedGoellG”ecognitionGfromGaGoancerGPopulationGbyGaGpualG—argetingG
zanoparticleGxibraryUGAdvancedeFunctionaleMaterialsSG2015SGZaSGbeZcTbe[a 15.6 15

116 mGnrightGrutureGforGqvolutionaryGyethodsGinGprugGpesignUGChemMedChemSG2015SGXWSGXZebT[WW 3.7 15

115 piscoveryGofGOπPTZTphenylT[TOXtTpyrrolTZTylPacrylonitrileGderivativesGactiveGagainstGtaemonchusG
contortusGandGotenocephalidesGfelisGOcatGfleaPUGBioorganiceandeMedicinaleChemistryeLettersSG2007SGXcSGee[Tc2.9 15

114 –tructureTactivityGrelationshipsGofGconvulsantGandGanticonvulsantGbarbituratesfGaG
computerTgraphicTbasedGpatternTrecognitionGanalysisUGJournaleofeMedicinaleChemistrySG1983SGZbSGXZZ[Te 8.3 15

113 pistinguishingGohemicallyG–imilarGPolyamideGyaterialsGwithG—orT–uy–G singG–elfTOrganizingGyapsG
andGaG niversalGpataGyatrixUGAnalyticaleChemistrySG2018SGeWSGXZ]caTXZ]d] 7.8 15

112 mntifibroticGstrategiesGforGmedicalGdevicesUGAdvancedeDrugeDeliveryeReviewsSG2020SGXbcSGXWeTXZW 18.5 14

111 PotentialGintermediatesGforGincorporationGofGpolyhydroxylatedGprolinesGintoGcombinatorialGlibrariesUG
TetrahedroneLettersSG1998SG[eSGbWeXTbWe] 2 14

110
ooreGmolecularGorbitalGcontributionGtoGzZOGisomerizationGasGstudiedGusingGtheoreticalGelectronG
momentumGspectroscopyUGSpectrochimicaeActaeseParteA:eMoleculareandeBiomoleculareSpectroscopySG
2001SGacSGeTXa

4.4 14

109 mGconformationalGstudyGofGtheGtopographicalGrequirementsGofGaGphytotropinGrecognitionGsiteGonGtheG
naphthylphthalamicGacidGreceptorUGPhytochemistrySG1987SGZbSGZddXTZdde 4 14

108 PredictingG—hermalGPropertiesGofGorystalsG singGyachineGxearningUGAdvancedeTheoryeandeSimulations
SG2020SG[SGXeWWZWd 3.5 14

107 —owardGunterpretableGyachineGxearningGyodelsGforGyaterialsGpiscoveryUGAdvancedeIntelligente
SystemsSG2019SGXSGXeWWW]a 6 14

David A Winkler

8



106 –ystematicGoomparisonGofGtheG–tructuralGandGpynamicGPropertiesGofGoommonlyG sedGWaterGyodelsG
forGyolecularGpynamicsG–imulationsUGJournaleofeChemicaleInformationeandeModelingSG2021SGbXSG]aZXT]a[b 6.1 14

105 –tructureGandGrunctionGofGqcdysoneG”eceptorsâ��unteractionsGwithGqcdysteroidsGandG–yntheticG
mgonistsUGAdvanceseineInsectePhysiologySG2012SG][SGZeeT[aX 2.5 13

104 mGhighTresolutionGelectronGmomentumGspectroscopyGandGdensityGfunctionalGtheoryGstudyGintoGtheG
completeGvalenceGelectronicGstructureGofGalleneUGJournaleofeComputationaleChemistrySG2001SGZZSGX[ZXTX[[[3.5 13

103
yomentumGdistributionsGandGmolecularGpropertyGinformationGforGtransGXS[GbutadienefGmnGelectronG
momentumGspectroscopyGandGdensityGfunctionalGtheoryGinvestigationUGJournaleofeChemicalePhysicsSG
1998SGXWdSGXdaeTXdc[

3.9 13

102 tighT—hroughputGmssessmentGandGyodelingGofGaGPolymerGxibraryG”egulatingGtumanGpentalG
PulpTperivedG–temGoellGnehaviorUGACSeAppliedeMaterialsekamp;eInterfacesSG2018SGXWSG[dc[eT[dc]d 9.5 13

101 –parseGfeatureGselectionGidentifiesGtZmUπGasGaGnovelSGpatternTspecificGbiomarkerGforGasymmetricallyG
selfTrenewingGdistributedGstemGcellsUGStemeCelleResearchSG2015SGX]SGX]]Ta] 1.6 12

100
oomputationalGyodelingGandGPredictionGofGtheGoomplexG—imeTpependentGPhaseGnehaviorGofG
xyotropicGxiquidGorystalsGunderGinGyesoGorystallizationGoonditionsUGCrystaleGrowtheandeDesignSG2013SG
X[SGXZbcTXZcb

3.5 12

99 –parseG“–m”GmodellingGmethodsGforGtherapeuticGandGregenerativeGmedicineUGJournaleofe
ComputersAidedeMoleculareDesignSG2018SG[ZSG]ecTaWe 4.2 11

98 typerfineGinteractionsGinGtheGmicrowaveGspectrumGofGZTpropenTXTumineGOvinyliminePUGChemicale
PhysicsSG1981SGaeSGZ][TZ]c 2.3 11

97 oanGanGunohuGforGzanoGmddressGtheGzeedGforGaG–implifiedG”epresentationGofGoomplexGzanomaterialsG
acrossGqxperimentalGandGzanoinformaticsG–tudieskUGNanomaterialsSG2020SGXWSG 5.4 10

96 —owardGaG”osettaGstoneGforGtheGstemGcellGgenomefGstochasticGgeneGexpressionSGnetworkG
architectureSGandGexternalGinfluencesUGStemeCelleResearchSG2008SGXSGXacTbd 1.6 10

95 mpplicationGofGneuralGnetworksGtoGlargeGdatasetG“–m”SGvirtualGscreeningSGandGlibraryGdesignUG
MethodseineMoleculareBiologySG2002SGZWXSG[ZaTbc 1.4 10

94 mGmolecularGgraphicsGstudyGofGfactorsGinfluencingGherbicidalGactivityGofGoximesGofG
[TacylTtetrahydroTZtTpyranTZS]TdionesUGPesteManagementeScienceSG1989SGZcSG]aTb[ 10

93 —heGmicrowaveGspectrumGofGOπPTqthanimineUGAustralianeJournaleofeChemistrySG1980SG[[SGX 1.2 10

92 yolecularGorbitalGstudiesGofGreactionGmechanismGandGtransitionGstateGstructuresGforG
smnmTtransaminaseUGEuropeaneJournaleofeMedicinaleChemistrySG1988SGZ[SGXZaTX[Z 6.8 9

91 mpplicationGofGpr—GandGqy–GtoGtheG–tudyGofG–trainedGOrganicGyoleculesUGAustralianeJournaleofe
PhysicsSG1998SGaXSGcWc 9

90
piscoveryGofGsynergisticGmaterialTtopographyGcombinationsGtoGachieveGimmunomodulatoryG
osteoinductiveGbiomaterialsGusingGaGnovelGinGvitroGscreeningGmethodfG—heGohemo—opoohipUG
BiomaterialsSG2021SGZcXSGXZWc]W

15.6 9

89 tydrationGandGpynamicsGofGxigandsGpetermineGtheGmntifoulingGoapacityGofGrunctionalizedG–urfacesUG
JournaleofePhysicaleChemistryeCSG2019SGXZ[SG[W[bWT[W[cZ 3.8 9

(2019-2021)
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88 ummobilisationGofGaGthrombopoietinGpeptidicGmimicGbyGselfTassembledGmonolayersGforGcultureGofG
op[]RGcellsUGBiomaterialsSG2015SG[cSGdZTe[ 15.6 8

87 yodelingGtheGunfluenceGofGrattyGmcidGuncorporationGonGyesophaseGrormationGinGmmphiphilicG
—herapeuticGpeliveryG–ystemsUGMolecularePharmaceuticsSG2016SGX[SGeebTXWW[ 5.6 8

86 settingGtoGtheGsourcefGselectiveGdrugGtargetingGofGcancerGstemGcellsUGChemMedChemSG2014SGeSGddaTed 3.7 8

85 ”obustSGquantitativeGtoolsGforGmodellingGexTvivoGexpansionGofGhaematopoieticGstemGcellsGandG
progenitorsUGMoleculareBioSystemsSG2012SGdSGeX[TZW 8

84 PrincipalGsignallingGcomplexesGinGhaematopoiesisfGstructuralGaspectsGandGmimeticGdiscoveryUG
CytokineeandeGrowtheFactoreReviewsSG2011SGZZSGZ[XTa[ 17.9 8

83 –tructuralGimpactGonGtheGmethanoGbridgeGinGnorbornadieneSGnorborneneGandGnorbornaneUGJournaleofe
PhysicseandeChemistryeofeSolidsSG2004SGbaSGZW]XTZWa] 3.9 8

82 –ynthesisSGniologicalGmctivitySGandG“–m”G–tudiesGofGmntimicrobialGmgentsGoontainingGniguanideG
usosteresUGAustralianeJournaleofeChemistrySG2004SGacSGcc 1.2 8

81
mnGelectronGmomentumGspectroscopyGandGdensityGfunctionalGtheoryGinvestigationGintoGtheG
completeGvalenceGelectronicGstructureGofGethyleneGoxideUGJournaleofePhysicseB:eAtomicreMoleculareande
OpticalePhysicsSG1999SG[ZSG[Z[eT[Za[

1.3 8

80 yorpheusfGaGconformationTactivityGrelationshipsGandGreceptorGmodelingGpackageUGJournaleofe
MoleculareGraphicsSG1989SGcSGX[dT]a 8

79 oonformationalGanalysisGofGpicrotoxininGbyGzUyU”USGαTrayGcrystallographySGandGmolecularGorbitalGandG
classicalGpotentialTenergyGcalculationsUGAustralianeJournaleofeChemistrySG1983SG[bSGZZXe 1.2 8

78 oomputationalGyodellingGofGyagneticGzanoparticleGPropertiesGandGunG−ivoG”esponsesUGCurrente
MedicinaleChemistrySG2017SGZ]SG]d[T]eb 4.3 8

77 xigandGqntropyGusGtardGbutG–houldGzotGneGugnoredUGJournaleofeChemicaleInformationeandeModelingSG
2020SGbWSG]]ZXT]]Z[ 6.1 8

76  seGofGmrtificialGuntelligenceGandGyachineGxearningGforGpiscoveryGofGprugsGforGzeglectedG—ropicalG
piseasesUGFrontierseineChemistrySG2021SGeSGbX]Wc[ 5 8

75 slossaryGofGtermsGusedGinGcomputationalGdrugGdesignSGpartGuuGOu PmoG”ecommendationsGZWXaPUGPuree
andeAppliedeChemistrySG2016SGddSGZ[eTZb] 2.1 8

74 yodellingGatypicalGsmallTmoleculeGmimicsGofGanGimportantGstemGcellGcytokineSGthrombopoietinUG
ChemMedChemSG2009SG]SGZWWZTXX 3.7 7

73 —ransformationGofGsubstitutedGZtTpyranTaTcarboxylatesGintoG
[”QTvinylTXSZ”QTcyclopropanedicarboxylatesUGNeweJournaleofeChemistrySG1998SGZZSGX]daTX]eZ 3.6 7

72 —heGnonTrickianGdiffusionGofGdeterrentsGintoGaGnitrocelluloseTbasedGpropellantUGJournaleofeAppliede
PolymereScienceSG1988SG[aSGaXTbZ 2.9 7

71 ooatingsG”eleasingGtheG”elaxinGPeptideGmnalogueGncT[[G”educeGribroticGqncapsulationUGACSeAppliede
Materialsekamp;eInterfacesSG2019SGXXSG]aaXXT]aaXe 9.5 6
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70 yodelingGtheGmolecularGbasisGforG˛–]˛†XGintegrinGantagonismUGBioorganiceandeMedicinaleChemistrySG
2011SGXeSGaeW[TXX 3.4 6

69 yodellingGtopoisomeraseGuGinhibitionGbyGminorGgrooveGbindersUGBioorganiceandeMedicinaleChemistrySG
2011SGXeSGX]aWTc 3.4 6

68 yodellingGinhalationalGanaestheticsGusingGbayesianGfeatureGselectionGandG“–m”GmodellingGmethodsUG
ChemMedChemSG2010SGaSGX[XdTZ[ 3.7 6

67 ParasiticidalGZTalkoxyTGandGZTaryloxyiminoalkylGtrifluoromethanesulfonanilidesUGBioorganiceande
MedicinaleChemistryeLettersSG2008SGXdSGZaZTa 2.9 6

66 qlectronGmomentumGspectroscopyGofG[XUXUX]propellaneUGChemicalePhysicseLettersSG1995SGZ]]SG][[T][e 2.5 6

65 olassificationGofG–elfTOrganizationGandGqmergenceGinGohemicalGandGniologicalG–ystemsUGAustraliane
JournaleofeChemistrySG2006SGaeSGd]e 1.2 6

64 xongTtermGdatasetGonGaquaticGresponsesGtoGconcurrentGclimateGchangeGandGrecoveryGfromG
acidificationUGScientificeDataSG2018SGaSGXdWWae 8.2 5

63 unformationGcontentGofG—orT–uy–GdatafGqffectGofGspectralGbinningUGAppliedeSurfaceeScienceSG2019SG
]e[SGXWbcTXWc] 6.7 5

62 niomimeticGmolecularGdesignGtoolsGthatGlearnSGevolveSGandGadaptUGBeilsteineJournaleofeOrganice
ChemistrySG2017SGX[SGXZddTX[WZ 2.5 5

61 PredictingGtheGqffectGofGxipidG–tructureGonGyesophaseGrormationGduringGinGyesoGorystallizationUG
CrystaleGrowtheandeDesignSG2013SGX[SG[XZbT[X[c 3.5 5

60 πincGisGnotGrequiredGforGactivityGofG—POGagonistsGactingGatGtheGcTyplGreceptorGtransmembraneG
domainUGACSeChemicaleBiologySG2010SGaSGc]XTa 4.9 5

59 PredictiveGmesoscaleGnetworkGmodelGofGcellGfateGdecisionsGduringGoUGelegansGembryogenesisUG
ArtificialeLifeSG2009SGXaSG]XXTZX 1.4 5

58 zetworkGmodelsGinGdrugGdiscoveryGandGregenerativeGmedicineUGBiotechnologyeAnnualeReviewSG2008SG
X]SGX][TcW 5

57 mnGexperimentalGandGtheoreticalGstudyGintoGtheGvalenceGelectronicGstructureGofG
bicyclo[ZUZUX]heptaTZSaTdioneUGJournaleofePhysicseB:eAtomicreMoleculareandeOpticalePhysicsSG2006SG[eSGZ]XXTZ]Ze1.3 5

56 unvestigationGofGaTt—]GagonistGactivitiesGusingGmolecularGfieldGanalysisUGJournaleofetheeChemicale
SocietyePerkineTransactionseIISG1999SGXa[TXad 5

55 yolecularGyarkersGforGPyrethrinGmutoxidationGinG–toredGPyrethrumGoropfGmnalysisGandG–tructureG
peterminationUGJournaleofeAgriculturaleandeFoodeChemistrySG2016SGb]SGcX[]T]X 5.7 5

54 mluminumGtoxicityGriskGreductionGasGaGresultGofGreducedGacidGdepositionGinGmdirondackGlakesGandG
pondsUGEnvironmentaleMonitoringeandeAssessmentSG2016SGXddSGb[b 3.1 4

53 PotentGagonistsGofGaGhematopoieticGstemGcellGcytokineGreceptorSGcTyplUGChemMedChemSG2013SGdSGcb[TcX 3.7 4

(2013-2011)
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52 ohemistryGspaceâ��timeUGPerspectiveseineScienceSG2015SGbSGZTX] 0.8 4

51 ulluminatingGrlashGPointfGoomprehensiveGPredictionGyodelsUGMoleculareInformaticsSG2015SG[]SGXdTZc 3.8 4

50 tolographicG“–m”GofGnenzodiazepinesUGQSAReandeCombinatorialeScienceSG1998SGXcSGZZ]TZ[X 4

49 mGyethodologyGforGmpplyingGqnergyGtarvestingGtoGqxtendGWildlifeG—agGxifetimeG2008SG 4

48 –imulationGandGyodellingGofGohemicalGandGniologicalGoomplexG–ystemsUGAustralianeJournaleofe
ChemistrySG2006SGaeSGdae 1.2 4

47 yolecularGconformationalGstudiesGofGcelluloseGnitrateUGPolymerSG1986SGZcSGcbaTcbd 3.9 4

46 pesignSG–ynthesisGandG—estingGofG—ransitionG–tateGmnaloguesGofGmlanineG”acemaseGasGmntibacterialsUG
AustralianeJournaleofeChemistrySG1985SG[dSGZec 1.2 4

45 tighG—hroughputG–creeningGofGyillionsGofGvanGderGWaalsGteterostructuresGforG–uperlubricantG
mpplicationsUGAdvancedeTheoryeandeSimulationsSG2020SG[SGZWWWWZe 3.5 4

44  seGofGmetamodelsGforGrapidGdiscoveryGofGnarrowGbandgapGoxideGphotocatalystsUGIScienceSG2021SGZ]SGXW[Wbd6.1 4

43 pecodingGtheG”ichGniologicalGPropertiesGofGzobleGsasesfGtowGWellGoanGWeGPredictGzobleGsasG
nindingGtoGpiverseGProteinskUGChemMedChemSG2018SGX[SGXe[XTXe[d 3.7 3

42 yassiveGinG–ilicoG–tudyGofGzobleGsasGnindingGtoGtheG–tructuralGProteomeUGJournaleofeChemicale
InformationeandeModelingSG2019SGaeSG]d]]T]da] 6.1 3

41 mdrienGmlbertGmwardfGtowGtoGyineGohemistryG–paceGforGzewGprugsGandGniomedicalG—herapiesUG
AustralianeJournaleofeChemistrySG2015SGbdSGXXc] 1.2 3

40 yesenchymalGstromalGcellGturnoverGinGtheGnormalGadultGlungGrevisitedUGAmericaneJournaleofe
PhysiologyeseLungeCellulareandeMolecularePhysiologySG2013SG[WaSGxb[aT]X 5.8 3

39 —ransitionTstateGanaloguesGasGinhibitorsGforGsmnmTaminotransferaseUGEuropeaneJournaleofeMedicinale
ChemistrySG1991SGZbSGXZeTX[a 6.8 3

38 —heGconformationsGofGXSXSZSZTtetracyanoethaneGandGXSZTdichlorotetracyanoethanefGaGmolecularG
orbitalSGdipoleGmomentGandGkerrGeffectGstudyUGJournaleofeMoleculareStructureSG1988SGXcZSGZeXTZed 3.4 3

37 mGbrightGfutureGforGengineeringGpiezoelectricGZpGcrystalsUUGChemicaleSocietyeReviewsSG2021SG 58.5 3

36 zanoparticleTproteinGcoronaGcomplexfGunderstandingGmultipleGinteractionsGbetweenGenvironmentalG
factorsSGcoronaGformationSGandGbiologicalGactivityUUGNanotoxicologySG2022SGXTZc 5.3 3

35 niomedicalGnanomaterialsfGapplicationsSGtoxicologicalGconcernsSGandGregulatoryGneedsUG
NanotoxicologySG2021SGXaSG[[XT[aX 5.3 3
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34 mnalyzingG[pGhyperspectralG—OrT–uy–GdepthGprofileGdataGusingGselfTorganizingGmapTrelationalG
perspectiveGmappingUGBiointerphasesSG2020SGXaSGWbXWW] 1.8 3

33 ”apidGevaluationGofGimmobilizedGimmunoglobulinsGusingGautomatedGmassTsegmentedG—orT–uy–UG
BiointerphasesSG2019SGX]SGWbXWWZ 1.8 3

32 oomputationallyGrepurposedGdrugsGandGnaturalGproductsGagainstG”zmGdependentG”zmGpolymeraseG
asGpotentialGoO−upTXeGtherapiesUGMoleculareBiomedicineSG2021SGZSGZd 3.1 3

31 zonlinearGpredictiveGmodelingGofGytoGclassGuuTpeptideGbindingGusingGnayesianGneuralGnetworksUG
MethodseineMoleculareBiologySG2007SG]WeSG[baTcc 1.4 2

30 oarbocationTyediatedG”earrangementsGWithinG[nUmUX]PropellaneGrrameworksUGAustralianeJournale
ofeChemistrySG1991SG]]SGae[ 1.2 2

29
PreparationGofGnicyclicGterbicideGPrecursorsGbyGuntramolecularG–torkTpanheiserGwineticGmlkylationG
”eactionsGofGyethylGXTOtaloalkylPT[TmethoxyTaToxocyclohexT[TeneTXTcarboxylateGperivativesUG
AustralianeJournaleofeChemistrySG1992SG]aSGcae

1.2 2

28 “uantitativeG–tructureTmctivityG”elationshipsGinGunsecticidalGPyrethroidGqthersUGQSAReande
CombinatorialeScienceSG1988SGcSGceTd] 2

27 petectionGofGtheGZ[TZZGemissionGlineGofGsulphurGmonoxideGandGitsGrelevanceGtoGmagneticGfieldsGinG
OrionUGMonthlyeNoticeseofetheeRoyaleAstronomicaleSocietySG1980SGXeWSGXTb 4.3 2

26 petectionGofGvGiGZGTjGXGemissionGofGacetonitrileGOot[ozPGinG–grGnZUGMonthlyeNoticeseofetheeRoyale
AstronomicaleSocietySG1977SGXdWSGXPT[P 4.3 2

25 —heG–ynthesisGofGnisguanidinoalkanesGandGsuanidinoalkanesSGzTGorGzNT–ubstitutedGWithGPyrimidinesSG
asGmnaloguesGofGohlorhexidineUGAustralianeJournaleofeChemistrySG1996SG]eSGac[ 1.2 2

24 –ingleToellG—rackingGonGPolymerGyicroarraysG”evealsGtheGumpactGofG–urfaceGohemistryGonG—witchingG
–peedGandGniofilmGpevelopmentUGACSeAppliedeBioeMaterialsSG2020SG[SGd]cXTd]dW 4.1 2

23 qxploringGstructureTpropertyGrelationshipsGinGmagnesiumGdissolutionGmodulatorsUGNpjeMaterialse
DegradationSG2021SGaSG 5.7 2

22 mpplicationsGinGyaterialsG–cienceG2018SGa]cTabe 1

21 oomputationalGmpproachesG2012SGdaTeb 1

20 OverviewGofG“uantitativeG–tructureâ��mctivityG”elationshipsGO“–m”PG2005SG[]cT[bc 1

19 peepGandG–hallowGzeuralGzetworks]a[T]b] 1

18 qvolutionaryGdesignGofGoptimalGsurfaceGtopographiesGforGbiomaterialsUGScientificeReportsSG2020SGXWSGZZXbW4.9 1

17 –ynergisticGyaterialT—opographyGoombinationsGtoGmchieveGummunomodulatoryGOsteogenicGniomaterials 1

(-2020)
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16 rrontispiecefG−alidatingGqatonNsGtypothesisfGoubaneGasGaGnenzeneGnioisostereUGAngewandteeChemiee
seInternationaleEditionSG2016SGaaSG 16.4 1

15 mctiveGxearningGinGnayesianGzeuralGzetworksGforGnandgapGPredictionsGofGzovelG−anGderGWaalsG
teterostructuresUGAdvancedeIntelligenteSystemsSZXWWWdW 6 1

14 —heGoomputerG–imulationGofGtighG—hroughputG–creeningGofGnioactiveGyoleculesG2000SGXcaTXdW 1

13 mpplicationsGofGmultivariateGanalysisGandGunsupervisedGmachineGlearningGtoG—orT–uy–GimagesGofG
organicSGbioorganicSGandGbiologicalGsystemsUUGBiointerphasesSG2022SGXcSGWZWdWZ 1.8 1

12 oomputationalG”epurposingGofGprugsGandGzaturalGProductsGmgainstG–m”–Too−TZGyainGProteaseGOyPG
asGPotentialGoO−upTXeG—herapiesUUGFrontierseineMoleculareBiosciencesSG2022SGeSGcdXW[e 5.6 1

11 OvercomingGroadblocksGinGcomputationalGroadmapsGtoGtheGfutureGforGsafeGnanotechnologyUGNanoe
FuturesSG2021SGaSGWZZWWZ 3.6 0

10 zano–olveu—GintegrationGofGtoolsGforGassessmentGofGhumanGandGenvironmentalGexposureGtoG
nanomaterialsG2021SGdXTXZW 0

9 oomputationalGmpproachesG2017SGd[TXWZ

8 srapheneGOxidefG ltrafastGrabricationGofGoovalentlyGorossTlinkedGyultifunctionalGsrapheneGOxideG
yonolithsGOmdvUGrunctUGyaterUG[XVZWX]PUGAdvancedeFunctionaleMaterialsSG2014SGZ]SG]eX]T]eX] 15.6

7
oorrectionGtoGoompetitiveGunhibitionGyechanismGofGmcetylcholinesteraseGwithoutGoatalyticGmctiveG
–iteGunteractionfG–tudyGonGrunctionalizedGoGzanoparticlesGviaGinG−itroGandGinG–ilicoGmssaysUGACSe
AppliedeMaterialsekamp;eInterfacesSG2017SGeSG]]ea]

9.5

6 bTOZTyethylpropylthioPTZTpyridylGmethanesulfonateUGActaeCrystallographicaeSectioneC:eCrystale
StructureeCommunicationsSG1993SG]eSGZW[eTZW]W

5 “uantitativeGstructureTactivityGstudiesGofGpyrethroidsUGPesticideeBiochemistryeandePhysiologySG1991SG
]XSGZeT]W 4.9

4 ”eUfGunvalidationGofGxowryGproteinGestimationsGandGmacrophageG[[t]deoxyglucoseGuptakeGbyGplasticG
tubesGandGairflowUGJournaleofeImmunologicaleMethodsSG1987SGedSGZdaTb 2.5

3 mG—hrombopoietinGmntagonistGusGoapableGofGmffectingG–temGandGProgenitorGoellsGofGPatientsGwithG
yyelofibrosisUGBloodSG2014SGXZ]SGdXeTdXe 2.2

2 —heGelectronicGstructureGofGbicyclo[ZUZUZ]octaTZSaTdioneUGChemicalePhysicseLettersSG2020SGcacSGX[cdcc 2.5

1 PotentGunG−itroGPeptideGmntagonistsGofGtheG—hrombopoietinG”eceptorGasGPotentialGyyelofibrosisG
prugsUGAdvancedeTherapeuticsSG2021SG]SGZWWWZ]X 4.9
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