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j Paper IF Citations

274 βheKbindingKofKheparinKtoKspikeKglycoproteinKinhibitsKSp−SXroπXaKinfectionKbyKthreeKmechanismsYYK
JournaleofeBiologicaleChemistryWK2021WK][]d[f 5.4 9

273
pKqlueprintKforKwighKpffinityKSp−SXroπXaK proKxnhibitorsKfromKpctivityXqasedKrompoundK–ibraryK
ScreeningKvuidedKbyKpnalysisKofKüroteinKsynamicsYKACSePharmacologyeandeTranslationaleScienceWK
2021WKcWK][fhX][hd

5.9 15

272 qrownianKsynamicsKSimulationsKofKüroteinsKinKtheKüresenceKofKSurfacesiK–ongX−angeKtlectrostaticsK
andK eanXuieldKwydrodynamicsYKJournaleofeChemicaleTheoryeandeComputationWK2021WK]fWKbd][Xbdac 6.4 1

271 –ineXu−püWKpKπersatileK ethodKtoK easureKsiffusionK−atesKxnKπitroKandKxnKπivoYKJournaleofeMoleculare
BiologyWK2021WKcbbWK]eeghg 6.5 2

270 StructureXkineticKrelationshipKrevealsKtheKmechanismKofKselectivityKofKupzKinhibitorsKoverKüYzaYKCelle
ChemicaleBiologyWK2021WKagWKegeXehgYef 8.2 13

269 SimulationKofKtheKüositiveKxnotropicKüeptideKS][[p]ctKinKpqueousKtnvironmentKbyKvaussianK
pcceleratedK olecularKsynamicsYKJournaleofePhysicaleChemistryeBWK2021WK]adWKcedcXceee 3.4 0

268 pKqittersweetKromputationalKyourneyKamongKvlycosaminoglycansYKBiomoleculesWK2021WK]]WK 5.9 5

267 –igandKunbindingKmechanismsKandKkineticsKforKβcKlysozymeKmutantsKfromKˇ�−p sKsimulationsYK
CurrenteResearcheineStructuraleBiologyWK2021WKbWK][eX]]] 2.8 5

266 pnKelectronKtransferKcompetentKstructuralKensembleKofKmembraneXboundKcytochromeKücd[K]p]K
andKcytochromeKücd[KoxidoreductaseYKCommunicationseBiologyWK2021WKcWKdd 6.7 10

265 pKürotocolKtoKγseKromparativeKqindingKtnergyKpnalysisKtoKtstimateKsrugXβargetK−esidenceKβimeYK
MethodseineMoleculareBiologyWK2021WKaaeeWK]f]X]ge 1.4 1

264 üutativeKsecondKhitKrareKgeneticKvariantsKinKfamiliesKwithKseeminglyKvqpXassociatedKüarkinsonRsK
diseaseYKNpjeGenomiceMedicineWK2021WKeWKa 6.2 1

263 üredictionKofKtheKsrugXβargetKqindingKzineticsKforKulexibleKüroteinsKbyKromparativeKqindingKtnergyK
pnalysisYKJournaleofeChemicaleInformationeandeModelingWK2021WKe]WKbf[gXbfa] 6.1 1

262 vKüroteinXroupledK−eceptorX–igandKsissociationK−atesKandK echanismsKfromKˇ�−p sKSimulationsYK
JournaleofeChemicaleTheoryeandeComputationWK2021WK]fWKee][Xeeab 6.4 1

261 sNpKsequenceXdependentKpositioningKofKtheKlinkerKhistoneKinKaKnucleosomeiKpKsingleXpairKu−tβK
studyYKBiophysicaleJournalWK2021WK]a[WKbfcfXbfeb 2.9 1

260
rontactK apKuingerprintsKofKüroteinX–igandKγnbindingKβrajectoriesK−evealK echanismsK
seterminingK−esidenceKβimesKromputedKfromKScaledK olecularKsynamicsYKJournaleofeChemicale
TheoryeandeComputationWK2021WK]fWKedaaXedbd

6.4 1

259 StructuralKcharacterizationKofKanKprfKdimerKinterfaceiKmolecularKmechanismKofKprfXdependentK
membraneKscissionYKFEBSeLettersWK2020WKdhcWKaac[Xaadb 3.8 3

258  yotubularinXrelatedKproteinKfKactivatesKperoxisomeKproliferatorXactivatedKreceptorXgammaYK
OncogenesisWK2020WKhWKdh 6.6 1
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257 romputationKofKu−püKrecoveryKtimesKforKlinkerKhistoneKXKchromatinKbindingKonKtheKbasisKofK
qrownianKdynamicsKsimulationsYKBiochimicaeEteBiophysicaeActaeseGeneraleSubjectsWK2020WK]gecWK]ahedb 4 1

256 pKfunctionKofKprofilinKinKforceKgenerationKduringKmalariaKparasiteKmotilityKthatKisKindependentKofK
actinKbindingYKJournaleofeCelleScienceWK2020WK]bcWK 5.3 4

255 sruggabilityKpssessmentKinKβ−püüKγsingK achineK–earningKppproachesYKJournaleofeChemicale
InformationeandeModelingWK2020WKe[WK]egdX]ehh 6.1 14

254 rhromatosomeKStructureKandKsynamicsKfromK olecularKSimulationsYKAnnualeRevieweofePhysicale
ChemistryWK2020WKf]WK][]X]]h 15.7 15

253 βheKtffectKofKuorceXuieldKüarametersKonKrytochromeKücd[X embraneKxnteractionsiKStructureKandK
synamicsYKScientificeReportsWK2020WK][WKfagc 4.9 14

252 −pSüsViKuastKüroteinX–igandKqindingKureeKtnergyKüredictionKγsingKSimplifiedKühysicochemicalK
ueaturesYKFrontierseineMoleculareBiosciencesWK2020WKfWKe[][ed 5.6 5

251
pKworkflowKforKexploringKligandKdissociationKfromKaKmacromoleculeiKtfficientKrandomKaccelerationK
molecularKdynamicsKsimulationKandKinteractionKfingerprintKanalysisKofKligandKtrajectoriesYKJournaleofe
ChemicalePhysicsWK2020WK]dbWK]ad][a

3.9 17

250 −ecentKprogressKinKmolecularKsimulationKmethodsKforKdrugKbindingKkineticsYKCurrenteOpinioneine
StructuraleBiologyWK2020WKecWK]aeX]bb 8.1 20

249 sifferingK embraneKxnteractionsKofKβwoKwighlyKSimilarKsrugX etabolizingKrytochromeKücd[K
xsoformsiKrYüKarhKandKrYüKar]hYKInternationaleJournaleofeMoleculareSciencesWK2019WKa[WK 6.3 6

248 xnfluenceKofKβransmembraneKwelixK utationsKonKrytochromeKücd[X embraneKxnteractionsKandK
uunctionYKBiophysicaleJournalWK2019WK]]eWKc]hXcba 2.9 13

247  achineK–earningKpnalysisKofKˇ�−p sKβrajectoriesKtoKsecipherK olecularKseterminantsKofK
srugXβargetK−esidenceKβimesYKFrontierseineMoleculareBiosciencesWK2019WKeWKbe 5.6 17

246 pcceleratingKsrugKsiscoveryKtffortsKforKβrypanosomatidicKxnfectionsKγsingKanKxntegratedK
βransnationalKpcademicKsrugKsiscoveryKülatformYKSLASeDiscoveryWK2019WKacWKbceXbe] 3.4 9

245 pllosteryKinKxtsK anyKsisguisesiKuromKβheoryKtoKppplicationsYKStructureWK2019WKafWKdeeXdfg 5.2 158

244 zqboxiKpKβoolboxKofKromputationalK ethodsKforKStudyingKtheKzineticsKofK olecularKqindingYK
JournaleofeChemicaleInformationeandeModelingWK2019WKdhWKbeb[Xbebc 6.1 7

243 −egulationKofKadenylylKcyclaseKdKinKstriatalKneuronsKconfersKtheKabilityKtoKdetectKcoincidentK
neuromodulatoryKsignalsYKPLoSeComputationaleBiologyWK2019WK]dWKe][[fbga 5 9

242 pK ultiXresolutionKppproachKtoKtheKSimulationKofKüroteinKromplexesKinKaK embraneKqilayerK2019WKd[dXd]c

241 pKgeneticKscreenKpinpointsKribonucleotideKreductaseKresiduesKthatKsustainKdNβüKhomeostasisKandK
specifiesKaKhighlyKmutagenicKtypeKofKdNβüKimbalanceYKNucleiceAcidseResearchWK2019WKcfWKabfXada 20.1 10

240 xmpactKofKcarbonylationKonKglutathioneKperoxidaseX]KactivityKinKhumanKhyperglycemicKendothelialK
cellsYKRedoxeBiologyWK2018WK]eWK]]bX]aa 11.3 19

(2018-2020)
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239 walogenXpromaticKˇ�KxnteractionsK odulateKxnhibitorK−esidenceKβimesYKAngewandteeChemieese
InternationaleEditionWK2018WKdfWKfaa[Xfaac 16.4 31

238 walogenaromatischeKˇ�XτechselwirkungenKmodulierenKdieKπerweilzeitKvonKxnhibitorenYKAngewandtee
ChemieWK2018WK]b[WKfbbgXfbcb 3.6 1

237 xnterXsubunitKinteractionsKdriveKdivergentKdynamicsKinKmammalianKandKülasmodiumKactinKfilamentsYK
PLoSeBiologyWK2018WK]eWKea[[dbcd 9.7 26

236 NewKapproachesKforKcomputingKligandXreceptorKbindingKkineticsYKCurrenteOpinioneineStructurale
BiologyWK2018WKchWK]X][ 8.1 80

235 üredictionKofKsrugXβargetKqindingKzineticsKbyKromparativeKqindingKtnergyKpnalysisYKACSeMedicinale
ChemistryeLettersWK2018WKhWK]]bcX]]bh 4.3 23

234 βheKtrypanocidalKbenzoxaboroleKpNfhfbKinhibitsKtrypanosomeKm−NpKprocessingYKPLoSePathogensWK
2018WK]cWKe][[fb]d 7.6 30

233 tstimationKofKsrugXβargetK−esidenceKβimesKbyKˇ�X−andomKpccelerationK olecularKsynamicsK
SimulationsYKJournaleofeChemicaleTheoryeandeComputationWK2018WK]cWKbgdhXbgeh 6.4 95

232 sependenceKofKrhromatosomeKStructureKonK–inkerKwistoneKSequenceKandKüosttranslationalK
 odificationYKBiophysicaleJournalWK2018WK]]cWKabebXabfd 2.9 22

231 βowardKanKtnsembleKπiewKofKrhromatosomeKStructureiKpKüaradigmKShiftKfromKOneKtoK anyYK
StructureWK2018WKaeWK][d[X][df 5.2 22

230 zineticsKforKsrugKsiscoveryiKanKindustryXdrivenKeffortKtoKtargetKdrugKresidenceKtimeYKDrugeDiscoverye
TodayWK2017WKaaWKgheXh]] 8.8 113

229 tvolutionKofKanKintricateKyXproteinKnetworkKdrivingKproteinKdisaggregationKinKeukaryotesYKELifeWK
2017WKeWK 8.9 41

228 txploitingKtheKaXpminoX]WbWcXthiadiazoleKScaffoldKβoKxnhibitKüteridineK−eductaseKinKSupportKofK
tarlyXStageKsrugKsiscoveryYKACSeOmegaWK2017WKaWKdeeeXdegb 3.9 17

227 romparativeKmappingKofKonXtargetsKandKoffXtargetsKforKtheKdiscoveryKofKantiXtrypanosomatidKfolateK
pathwayKinhibitorsYKBiochimicaeEteBiophysicaeActaeseGeneraleSubjectsWK2017WK]ge]WKba]dXbab[ 4 8

226 ppplicationKofKaKsimpleKquantumKchemicalKapproachKtoKligandKfragmentKscoringKforKβrypanosomaK
bruceiKpteridineKreductase´ ]KinhibitionYKJournaleofeComputersAidedeMoleculareDesignWK2017WKb]WKf]dXfag 4.2 6

225 pKnovelKhomozygousKp−–]bqKvariantKinKpatientsKwithKyoubertKsyndromeKimpairsKitsKguanineK
nucleotideXexchangeKfactorKactivityYKEuropeaneJournaleofeHumaneGeneticsWK2017WKadWK]bacX]bbc 5.3 4

224 β−püüKwebserveriKpredictingKproteinKbindingKsiteKflexibilityKandKdetectingKtransientKbindingK
pocketsYKNucleiceAcidseResearchWK2017WKcdWKτbadXτbb[ 20.1 25

223 üroteinKconformationalKflexibilityKmodulatesKkineticsKandKthermodynamicsKofKdrugKbindingYKNaturee
CommunicationsWK2017WKgWKaafe 17.4 101

222 rhromanXcXOneKserivativesKβargetingKüteridineK−eductaseK]KandKShowingKpntiXüarasiticKpctivityYK
MoleculesWK2017WKaaWK 4.8 25
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221 pKuniqueKprofilinXactinKinterfaceKisKimportantKforKmalariaKparasiteKmotilityYKPLoSePathogensWK2017WK
]bWKe][[ec]a 7.6 34

220 –igandKtunnelsKinKβYKbruceiKandKhumanKrYüd]iKxnsightsKforKparasiteXspecificKdrugKdesignYKBiochimicae
EteBiophysicaeActaeseGeneraleSubjectsWK2016WK]ge[WKefXfg 4 18

219 ürofilingKofKulavonolKserivativesKforKtheKsevelopmentKofKpntitrypanosomatidicKsrugsYKJournaleofe
MedicinaleChemistryWK2016WKdhWKfdhgXe]e 8.3 30

218 βheKw vq]KproteinKinducesKaKmetabolicKtypeKofKtumourKcellKdeathKbyKblockingKaerobicKrespirationYK
NatureeCommunicationsWK2016WKfWK][fec 17.4 30

217 ronformationalKselectionKandKdynamicKadaptationKuponKlinkerKhistoneKbindingKtoKtheKnucleosomeYK
NucleiceAcidseResearchWK2016WKccWKedhhXe]b 20.1 27

216 xdentificationKofKanKtlectrostaticK−ulerK otifKforKSequenceXSpecificKqindingKofKrollagenaseKtoK
rollagenYKJournaleofePhysicaleChemistryeBWK2016WK]a[WKgdg[Xh 3.4 3

215 ]]thKvermanKronferenceKonKrhemoinformaticsKSvrrKa[]dTKiKuuldaWKvermanyYKgX][KNovemberKa[]dYK
JournaleofeCheminformaticsWK2016WKgWK]g 8.6

214 üroSpβViKvisualizingKsequenceKannotationsKonKbsKstructureYKProteineEngineeringreDesigneande
SelectionWK2016WKahWKag]Xc 1.9 3

213 womozygousKmissenseKmutationKinKtheK– pNa–KgeneKsegregatesKwithKintellectualKdisabilityKinKaK
largeKconsanguineousKüakistaniKfamilyYKJournaleofeMedicaleGeneticsWK2016WKdbWK]bgXcc 5.8 10

212 synathoriKsynamicsKofKtheKromplexKofKrytochromeKücd[KandKrytochromeKücd[K−eductaseKinKaK
ühospholipidKqilayerK2016WKaddXaec 2

211 wumanKsüüKxxxKâ��Kzeap]KxnteractionsiKpKrombinedKtxperimentalKpndKromputationalKStudyYKCroaticae
ChemicaeActaWK2016WKghWK 0.8 4

210 üerturbationKppproachesKforKtxploringKüroteinKqindingKSiteKulexibilityKtoKüredictKβransientKqindingK
üocketsYKJournaleofeChemicaleTheoryeandeComputationWK2016WK]aWKc][[X]b 6.4 20

209 StructuralKqasisKforKronservedK−egulationKandKpdaptationKofKtheKSignalK−ecognitionKüarticleK
βargetingKromplexYKJournaleofeMoleculareBiologyWK2016WKcagWKagg[Xhf 6.5 32

208
üredictionKofKhomoproteinKandKheteroproteinKcomplexesKbyKproteinKdockingKandKtemplateXbasedK
modelingiKpKrpSüXrpü−xKexperimentYKProteins:eStructurereFunctioneandeBioinformaticsWK2016WKgcK
SupplK]WKbabXcg

4.2 111

207 βhreeKstepsKtoKgoldiKmechanismKofKproteinKadsorptionKrevealedKbyKqrownianKandKmolecularK
dynamicsKsimulationsYKPhysicaleChemistryeChemicalePhysicsWK2016WK]gWK][]h]Xa[[ 3.6 22

206  odelingKandKsimulationKofKproteinXsurfaceKinteractionsiKachievementsKandKchallengesYKQuarterlye
ReviewseofeBiophysicsWK2016WKchWKec 7 112

205 üroteinKqindingKüocketKsynamicsYKAccountseofeChemicaleResearchWK2016WKchWKg[hX]d 24.3 156

204 romparativeKelectrostaticKanalysisKofKadenylylKcyclaseKforKisoformKdependentKregulationKpropertiesYK
Proteins:eStructurereFunctioneandeBioinformaticsWK2016WKgcWK]gccX]gdg 4.2 4

(2016-2017)
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203 pnKtfficientK–owKStorageKandK emoryKβreatmentKofKvriddedKxnteractionKuieldsKforKSimulationsKofK
 acromolecularKpssociationYKJournaleofeChemicaleTheoryeandeComputationWK2016WK]aWKcdebXff 6.4 1

202 vlobalKprofilingKofKS−üKinteractionKwithKnascentKpolypeptidesYKNatureWK2016WKdbeWKa]hXab 50.4 85

201 synamicsKofKrYüd]iKimplicationsKforKfunctionKandKinhibitorKdesignYKJournaleofeMoleculareRecognitionWK
2015WKagWKdhXfb 2.6 27

200 rrucialKwSüf[KcoXchaperoneKcomplexKunlocksKmetazoanKproteinKdisaggregationYKNatureWK2015WKdacWKacfXd]50.4 224

199 zar]KbindingKtoKSfi]KrXterminalKregionsKanchorsKtheKSüqKbridgeKtoKtheKnuclearKenvelopeYKJournaleofe
CelleBiologyWK2015WKa[hWKgcbXe] 7.3 19

198 wotspotsKinKanKobligateKhomodimericKanticancerKtargetYKStructuralKandKfunctionalKeffectsKofK
interfacialKmutationsKinKhumanKthymidylateKsynthaseYKJournaleofeMedicinaleChemistryWK2015WKdgWKbdfaXg] 8.3 18

197 τhenKtheK–abelK attersiKpdsorptionKofK–abeledKandKγnlabeledKüroteinsKonKrhargedKSurfacesYKNanoe
LettersWK2015WK]dWKfd[gX]b 11.5 17

196  olecularKsimulationsKrevealKthatKtheKlongKrangeKfluctuationsKofKhumanKsüüKxxxKchangeKuponKligandK
bindingYKMoleculareBioSystemsWK2015WK]]WKb[egXg[ 16

195 romputationalKppproachesKforKStudyingKsrugKqindingKzineticsYKMethodseandePrincipleseineMedicinale
ChemistryWK2015WKa]]Xabd 0.4 4

194 OnKtheKapplicationKofKtheK p−βxNxKcoarseXgrainedKmodelKtoKimmersionKofKaKproteinKinKaK
phospholipidKbilayerYKJournaleofeChemicalePhysicsWK2015WK]cbWKacb]bh 3.9 15

193 webSspiKaKwebKserverKtoKsimulateKmacromolecularKdiffusionalKassociationYKNucleiceAcidseResearchWK
2015WKcbWKτaa[Xc 20.1 9

192 pKmultiscaleKapproachKtoKsimulatingKtheKconformationalKpropertiesKofKunboundKmultiXrâ��wâ��KzincK
fingerKproteinsYKProteins:eStructurereFunctioneandeBioinformaticsWK2015WKgbWK]e[cX]d 4.2 1

191 SspKfiKpKmodularKandKparallelKimplementationKofKtheKsimulationKofKdiffusionalKassociationKsoftwareYK
JournaleofeComputationaleChemistryWK2015WKbeWK]eb]Xcd 3.5 46

190 –igsigiKaKwebKserverKforKqueryingKligandXproteinKinteractionsYKBioinformaticsWK2015WKb]WK]]cfXh 7.2 11

189 ronservationKandK−oleKofKtlectrostaticsKinKβhymidylateKSynthaseYKScientificeReportsWK2015WKdWK]fbde 4.9 5

188 –ongKrangeKsebyeXwˆ…ckelKcorrectionKforKcomputationKofKgridXbasedKelectrostaticKforcesKbetweenK
biomacromoleculesYKBMCeBiophysicsWK2014WKfWKc 0 6

187 StructureKandKsynamicsKofKwumanKsrugX etabolizingKrytochromeKücd[KtnzymesYKMethodseande
PrincipleseineMedicinaleChemistryWK2014WKfdX][a 0.4 3

186 OnKcalculationKofKtheKelectrostaticKpotentialKofKaKphosphatidylinositolKphosphateXcontainingK
phosphatidylcholineKlipidKmembraneKaccountingKforKmembraneKdynamicsYKPLoSeONEWK2014WKhWKe][cffg 3.7 3
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185 βargetingKproteinKdynamicsKinKdrugKdesignYKJournaleofeCheminformaticsWK2013WKdWK 8.6 78

184 synamicKenzymeKdockingKtoKtheKribosomeKcoordinatesKNXterminalKprocessingKwithKpolypeptideK
foldingYKNatureeStructuraleandeMoleculareBiologyWK2013WKa[WKgcbXd[ 17.6 49

183 −egulationKofKtheKactivityKofKlactateKdehydrogenasesKfromKfourKlacticKacidKbacteriaYKJournaleofe
BiologicaleChemistryWK2013WKaggWKa]ahdXa]b[e 5.4 29

182
–igandXbasedKdiscoveryKofKNXS]WbXdioxoX]wWbwXbenzo[de]isochromenXdXylTXcarboxamideKandK
sulfonamideKderivativesKasKthymidylateKsynthaseKpKinhibitorsYKBioorganiceandeMedicinaleChemistrye
LettersWK2013WKabWKeebXg

2.9 8

181 vβüKregulatesKtheKmicrotubuleKnucleationKactivityKofK˛‡XtubulinYKNatureeCelleBiologyWK2013WK]dWK]b]fXaf 23.4 19

180 qrownianKdynamicsKsimulationKofKproteinKdiffusionKinKcrowdedKenvironmentsK2013WK 1

179 β−püüiKaKtoolKforKanalysisKofKtransientKbindingKpocketsKinKproteinsYKJournaleofeChemicaleInformatione
andeModelingWK2013WKdbWK]abdXda 6.1 52

178 ronformationalKdiversityKandKligandKtunnelsKofKmammalianKcytochromeKücd[sYKBiotechnologyeande
AppliedeBiochemistryWK2013WKe[WK]bcXcd 2.8 55

177 βheKshapeKofKproteinKcrowdersKisKaKmajorKdeterminantKofKproteinKdiffusionYKBiophysicaleJournalWK
2013WK][cWK]dfeXgc 2.9 58

176 OrganismXadaptedKspecificityKofKtheKallostericKregulationKofKpyruvateKkinaseKinKlacticKacidKbacteriaYK
PLoSeComputationaleBiologyWK2013WKhWKe][[b]dh 5 11

175 βranslationalKrepressionKofKthymidylateKsynthaseKbyKtargetingKitsKm−NpYKNucleiceAcidseResearchWK
2013WKc]WKc]dhXf[ 20.1 8

174 pllostericallyKgatedKenzymeKdynamicsKinKtheKcysteineKsynthaseKcomplexKregulateKcysteineK
biosynthesisKinKprabidopsisKthalianaYKStructureWK2012WKa[WKahaXb[a 5.2 24

173 sockingKofKubiquitinKtoKgoldKnanoparticlesYKACSeNanoWK2012WKeWKhgebXfg 16.7 112

172 ptomicKdetailKbrownianKdynamicsKsimulationsKofKconcentratedKproteinKsolutionsKwithKaKmeanKfieldK
treatmentKofKhydrodynamicKinteractionsYKJournaleofePhysicaleChemistryeBWK2012WK]]eWKgdabXbb 3.4 52

171 pKtightlyKregulatedKmolecularKtoggleKcontrolsKpppVKdisaggregaseYKNatureeStructuraleandeMoleculare
BiologyWK2012WK]hWK]bbgXce 17.6 102

170 βheKinteractionKpropertiesKofKtheKhumanK−abKvβüaseKfamilyXXcomparativeKanalysisKrevealsK
determinantsKofKmolecularKbindingKselectivityYKPLoSeONEWK2012WKfWKebcgf[ 3.7 32

169 pKsingleKmutationKinKaKtunnelKtoKtheKactiveKsiteKchangesKtheKmechanismKandKkineticsKofKproductK
releaseKinKhaloalkaneKdehalogenaseK–inqYKJournaleofeBiologicaleChemistryWK2012WKagfWKah[eaXfc 5.4 49

168  ultipleWKligandXdependentKroutesKfromKtheKactiveKsiteKofKcytochromeKücd[KarhYKCurrenteDruge
MetabolismWK2012WK]bWK]cbXdc 3.5 28

(2012-2013)
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167 StructureKandKdynamicsKofKtheKmembraneXboundKcytochromeKücd[KarhYKPLoSeComputationale
BiologyWK2011WKfWKe][[a]da 5 121

166 πirtualKscreeningKidentificationKofKnonfolateKcompoundsWKincludingKaKrNSKdrugWKasKantiparasiticK
agentsKinhibitingKpteridineKreductaseYKJournaleofeMedicinaleChemistryWK2011WKdcWKa]]Xa] 8.3 52

165 −eceptorKflexibilityKinKsmallXmoleculeKdockingKcalculationsYKWileyeInterdisciplinaryeReviews:e
ComputationaleMoleculareScienceWK2011WK]WKahgXb]c 7.9 38

164 siffusionKandKassociationKprocessesKinKbiologicalKsystemsiKtheoryWKcomputationKandKexperimentYK
BMCeBiophysicsWK2011WKcWKa 0 29

163 siffusionKofKhydrophobinKproteinsKinKsolutionKandKinteractionsKwithKaKgraphiteKsurfaceYKBMCe
BiophysicsWK2011WKcWKh 0 13

162 βheKactiveXinactiveKtransitionKofKhumanKthymidylateKsynthaseiKtargetedKmolecularKdynamicsK
simulationsYKProteins:eStructurereFunctioneandeBioinformaticsWK2011WKfhWKaggeXhh 4.2 13

161 pKquantitativeWKrealXtimeKassessmentKofKbindingKofKpeptidesKandKproteinsKtoKgoldKsurfacesYK
ChemistryeseAeEuropeaneJournalWK2011WK]fWK]bafXbe 4.8 34

160 StructuralKbasisKforKtheKvaryingKpropensitiesKofKdifferentKaminoKacidsKtoKadoptKtheKcollagenK
conformationYKJournaleofePhysicaleChemistryeBWK2011WK]]dWKadhbXe[f 3.4 18

159
rorrectionKforKrardinaleKetKalYWKüroteinXproteinKinterfaceXbindingKpeptidesKinhibitKtheKcancerK
therapyKtargetKhumanKthymidylateKsynthaseYKProceedingseofetheeNationaleAcademyeofeScienceseofethee
UnitedeStateseofeAmericaWK2011WK][gWK]e]bbX]e]bb

11.5 78

158
üroteinXproteinKinterfaceXbindingKpeptidesKinhibitKtheKcancerKtherapyKtargetKhumanKthymidylateK
synthaseYKProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaWK2011WK
][gWKtdcaXh

11.5 66

157 OnKtheKstructureKandKdynamicsKofKtheKcomplexKofKtheKnucleosomeKandKtheKlinkerKhistoneYKNucleice
AcidseResearchWK2011WKbhWKdaddXeb 20.1 39

156 πisualizationKofKmacromolecularKstructuresYKNatureeMethodsWK2010WKfWKScaXdd 21.6 107

155 sesignKandKcharacterizationKofKaKmutationKoutsideKtheKactiveKsiteKofKhumanKthymidylateKsynthaseK
thatKaffectsKligandKbindingYKProteineEngineeringreDesigneandeSelectionWK2010WKabWKg]Xh 1.9 5

154 womodimericKenzymesKasKdrugKtargetsYKCurrenteMedicinaleChemistryWK2010WK]fWKgaeXce 4.3 37

153 qrownianKdynamicsKsimulationKofKproteinKsolutionsiKstructuralKandKdynamicalKpropertiesYKBiophysicale
JournalWK2010WKhhWKbfgaXh] 2.9 78

152 üro etrSiKpnKptomisticKuorceKuieldKforK odelingKüroteinX etalKSurfaceKxnteractionsKinKaK
rontinuumKpqueousKSolventYKJournaleofeChemicaleTheoryeandeComputationWK2010WKeWK]fdbXeg 6.4 51

151 StructureKandKfunctionKofKtheKheteroXoligomericKcysteineKsynthaseKcomplexKinKplantsYKJournaleofe
BiologicaleChemistryWK2010WKagdWKbag][Xbag]f 5.4 71

150 zineticsKofKqiomacromolecularKromplexKuormationiKβheoryKandKtxperimentK2010WKghX]]g

RebeccauCuWade
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149 NovelKapproachesKforKtargetingKthymidylateKsynthaseKtoKovercomeKtheKresistanceKandKtoxicityKofK
anticancerKdrugsYKJournaleofeMedicinaleChemistryWK2010WKdbWKedbhXch 8.3 38

148 romputationalKapproachesKtoKidentifyingKandKcharacterizingKproteinKbindingKsitesKforKligandKdesignYK
JournaleofeMoleculareRecognitionWK2010WKabWKa[hX]h 2.6 130

147 üroteinXsurfaceKinteractionsiKchallengingKexperimentsKandKcomputationsYKJournaleofeMoleculare
RecognitionWK2010WKabWKadhXea 2.6 33

146 rrossXspeciesKanalysisKofKtheKglycolyticKpathwayKbyKcomparisonKofKmolecularKinteractionKfieldsYK
MoleculareBioSystemsWK2010WKeWK]daXec 13

145 qiochemicalKnetworkXbasedKdrugXtargetKpredictionYKCurrenteOpinioneineBiotechnologyWK2010WKa]WKd]]Xe 11.4 55

144 romparativeKbindingKenergyKanalysisKforKbindingKaffinityKandKtargetKselectivityKpredictionYKProteins:e
StructurereFunctioneandeBioinformaticsWK2010WKfgWK]bdXdb 4.2 18

143 −edesigningKdehalogenaseKaccessKtunnelsKasKaKstrategyKforKdegradingKanKanthropogenicKsubstrateYK
NatureeChemicaleBiologyWK2009WKdWKfafXbb 11.7 207

142 pKmechanisticKmodelKofKtheKcysteineKsynthaseKcomplexYKJournaleofeMoleculareBiologyWK2009WKbgeWKbfXdh 6.5 66

141
üathwaysKandKmechanismsKforKproductKreleaseKinKtheKengineeredKhaloalkaneKdehalogenasesK
exploredKusingKclassicalKandKrandomKaccelerationKmolecularKdynamicsKsimulationsYKJournaleofe
MoleculareBiologyWK2009WKbhaWK]bbhXde

6.5 75

140
OnKtheKcontributionsKofKdiffusionKandKthermalKactivationKtoKelectronKtransferKbetweenKühormidiumK
laminosumKplastocyaninKandKcytochromeKfiKqrownianKdynamicsKsimulationsKwithKexplicitKmodelingK
ofKnonpolarKdesolvationKinteractionsKandKelectronKtransferKeventsYKJournaleofetheeAmericaneChemicale
SocietyWK2009WK]b]WKhab[Xg

16.4 45

139  olecularK−ecognitioniKromputationalKpnalysisKandK odellingK2008WK]

138  echanismKofKauxinKinteractionKwithKpuxinKqindingKüroteinKSpqü]TiKaKmolecularKdynamicsK
simulationKstudyYKBiophysicaleJournalWK2008WKhcWKafXbf 2.9 42

137
weterodimerKformationKofKwildXtypeKandKamyotrophicKlateralKsclerosisXcausingKmutantK
ruZZnXsuperoxideKdismutaseKinducesKtoxicityKindependentKofKproteinKaggregationYKHumane
MoleculareGeneticsWK2008WK]fWK]bfbXgd

5.6 57

136 SYrp O−tXXaKsystemsKbiologyKcomputationalKanalysisKandKmodelingKresearchKenvironmentYK
BioinformaticsWK2008WKacWK]cebXc 7.2 26

135 webüxüSpiKaKwebKserverKforKtheKcomparisonKofKproteinKinteractionKpropertiesYKNucleiceAcidse
ResearchWK2008WKbeWKτafeXg[ 20.1 73

134 ralculatingKenzymeKkineticKparametersKfromKproteinKstructuresYKBiochemicaleSocietyeTransactionsWK
2008WKbeWKd]Xc 5.1 8

133 üroteinXproteinKdockingKbyKsimulatingKtheKprocessKofKassociationKsubjectKtoKbiochemicalKconstraintsYK
Proteins:eStructurereFunctioneandeBioinformaticsWK2008WKf]WK]hddXeh 4.2 24

132 OnKtheKuseKofKüxüSpKtoKguideKtargetXselectiveKdrugKdesignYKChemMedChemWK2008WKbWKc]bXf 3.7 11

(2008-2010)
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131 StructuralKandKelectrostaticKpropertiesKofKubiquitinationKandKrelatedKpathwaysYKFrontierseine
BioscienceeseLandmarkWK2007WK]aWKbc]hXb[ 2.8 9

130 rO qxNtKanalysisKofKtheKspecificityKofKbindingKofK−asKproteinsKtoKtheirKeffectorsYKProteins:eStructurere
FunctioneandeBioinformaticsWK2007WKefWKcbdXcf 4.2 19

129 qüxüSpiKrelatingKenzymaticKkineticKparametersKandKinteractionKfieldsYKBMCeBioinformaticsWK2007WKgWKbfb 3.6 36

128 qridgingKfromKmolecularKsimulationKtoKbiochemicalKnetworksYKCurrenteOpinioneineStructuraleBiologyWK
2007WK]fWK]eeXfa 8.1 39

127 βheKinsKandKoutsKofKcytochromeKücd[sYKBiochimicaeEteBiophysicaeActaeseGeneraleSubjectsWK2007WK]ff[WKbh[Xc[]4 268

126 uβx−KstudiesKofKtheKredoxKpartnerKinteractionKinKcytochromeKücd[iKtheKüdxXücd[camKcoupleYK
BiochimicaeEteBiophysicaeActaeseGeneraleSubjectsWK2007WK]ff[WKca[Xb] 4 15

125 OnKtheKγseKofKtlevatedKβemperatureKinKSimulationsKβoKStudyKüroteinKγnfoldingK echanismsYK
JournaleofeChemicaleTheoryeandeComputationWK2007WKbWK]cfeXgb 6.4 21

124 üroSpβaXXüroteinKStructureKpnnotationKServerYKNucleiceAcidseResearchWK2006WKbcWKτfhXgb 20.1 10

123 siffusionalKencounterKofKbarnaseKandKbarstarYKBiophysicaleJournalWK2006WKh[WK]h]bXac 2.9 112

122 uorceKuieldKtffectsKonKaK˛†XSheetKüroteinKsomainKStructureKinKβhermalKγnfoldingKSimulationsYK
JournaleofeChemicaleTheoryeandeComputationWK2006WKaWK]c[Xg 6.4 23

121 romparisonKofKtheKbindingKandKreactivityKofKplantKandKmammalianKperoxidasesKtoKindoleKderivativesK
byKcomputationalKdockingYKBiochemistryWK2006WKcdWKahc[Xd[ 3.2 28

120
γseKofKvibrationalKspectroscopyKtoKstudyKproteinKandKsNpKstructureWKhydrationWKandKbindingKofK
biomoleculesiKpKcombinedKtheoreticalKandKexperimentalKapproachYKInternationaleJournaleofe
QuantumeChemistryWK2006WK][eWK]]e[X]]hg

2.1 70

119 ₂uantitativeKanalysisKofKsubstrateKspecificityKofKhaloalkaneKdehalogenaseK–inqKfromKSphingomonasK
paucimobilisKγβaeYKBiochemistryWK2005WKccWKbbh[Xc[] 3.2 58

118 βheKimpactKofKproteinKflexibilityKonKproteinXproteinKdockingYKProteins:eStructurereFunctioneande
BioinformaticsWK2005WKdgWK]aeXbb 4.2 35

117 xssuesKinKhighXthroughputKcomparativeKmodellingiKaKcaseKstudyKusingKtheKubiquitinKtaKconjugatingK
enzymesYKProteins:eStructurereFunctioneandeBioinformaticsWK2005WKdgWKbefXfd 4.2 5

116  ultipleKmolecularKrecognitionKmechanismsYKrytochromeKücd[XXaKcaseKstudyYKBiochimicaeEte
BiophysicaeActaeseProteinseandeProteomicsWK2005WK]fdcWKabhXcc 4 28

115 soKmammalianKcytochromeKücd[sKshowKmultipleKligandKaccessKpathwaysKandKligandKchannellingnYK
EMBOeReportsWK2005WKeWKdgcXh 6.5 114

114 ralculationKandKppplicationKofK olecularKxnteractionKuieldsYKMethodseandePrincipleseineMedicinale
ChemistryWK2005WKafXca 0.4 4
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113 seterminantsKofKfunctionalityKinKtheKubiquitinKconjugatingKenzymeKfamilyYKStructureWK2004WK]aWK]debXfc 5.2 43

112 romputationalKapproachesKtoKstructuralKandKfunctionalKanalysisKofKplastocyaninKandKotherKblueK
copperKproteinsYKCellulareandeMoleculareLifeeSciencesWK2004WKe]WK]]abXca 10.3 21

111 pKsurveyKofKactiveKsiteKaccessKchannelsKinKcytochromesKücd[YKJournaleofeInorganiceBiochemistryWK2004
WKhgWK]]fdXga 4.2 146

110 γsingKbsKproteinKstructuresKtoKderiveKbsX₂Sp−sYKDrugeDiscoveryeToday:eTechnologiesWK2004WK]WKac]Xe 7.1 7

109 wowKoptimalKareKtheKbindingKenergeticsKofKbarnaseKandKbarstarnYKBiophysicaleJournalWK2004WKgfWK]e]gXb[ 2.9 73

108 romparativeKstructuralKandKenergeticKanalysisKofKττKdomainXpeptideKinteractionsYKJournaleofe
MoleculareBiologyWK2004WKbccWKgedXg] 6.5 34

107 xmplicitKsolventKmodelsKforKflexibleKproteinXproteinKdockingKbyKmolecularKdynamicsKsimulationYK
Proteins:eStructurereFunctioneandeBioinformaticsWK2003WKd[WK]dgXeh 4.2 60

106
romparativeKbindingKenergyKanalysisKofKhaloalkaneKdehalogenaseKsubstratesiKmodellingKofK
enzymeXsubstrateKcomplexesKbyKmolecularKdockingKandKquantumKmechanicalKcalculationsYKJournale
ofeComputersAidedeMoleculareDesignWK2003WK]fWKahhXb]]

4.2 18

105 xnhibitorKspecificityKviaKproteinKdynamicsiKinsightsKfromKtheKdesignKofKantibacterialKagentsKtargetedK
againstKthymidylateKsynthaseYKChemistryeandeBiologyWK2003WK][WK]]gbXhb 28

104
pKnewKapproachKtoKpredictKtheKbiologicalKactivityKofKmoleculesKbasedKonKsimilarityKofKtheirK
interactionKfieldsKandKtheKlogüKandKlogsKvaluesiKapplicationKtoKauxinsYKJournaleofeChemicale
InformationeandeComputereSciencesWK2003WKcbWK]dbaXc]

11

103 xnKsearchKofKtheKprototypeKofKnitricKoxideKsynthaseYKFEBSeLettersWK2003WKddcWK]Xd 3.8 20

102 roncertedKsimulationsKrevealKhowKperoxidaseKcompoundKxxxKformationKresultsKinKcellularKoscillationsYK
BiophysicaleJournalWK2003WKgdWK]ca]Xg 2.9 19

101  olSurferiKpKmacromolecularKinterfaceKnavigatorYKNucleiceAcidseResearchWK2003WKb]WKbbchXd] 20.1 40

100 üroSpβiKfunctionalKannotationKofKproteinKbsKstructuresYKBioinformaticsWK2003WK]hWK]fabXd 7.2 12

99 sS  iKaKsatabaseKofKSimulatedK olecularK otionsYKNucleiceAcidseResearchWK2003WKb]WKcdeXf 20.1 9

98 qiomolecularKdiffusionalKassociationYKCurrenteOpinioneineStructuraleBiologyWK2002WK]aWKa[cX]b 8.1 171

97 tlusiveKrecognitionKdeterminantsKforKubiquitinationYKJournaleofeMoleculareRecognitionWK2002WK]dWKbXd 2.6 2

96 SpecificKandKnonXspecificKeffectsKofKpotassiumKcationsKonKsubstrateXproteinKinteractionsKinK
cytochromesKücd[camKandKücd[linYKJournaleofeInorganiceBiochemistryWK2002WKh]WKdhfXe[e 4.2 17

(2002-2004)
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95
romparisonKofKtheKdynamicsKofKsubstrateKaccessKchannelsKinKthreeKcytochromeKücd[sKrevealsK
differentKopeningKmechanismsKandKaKnovelKfunctionalKroleKforKaKburiedKarginineYKProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaWK2002WKhhWKdbe]Xe

11.5 160

94 romparativeKbindingKenergyKSrO qxNtTKanalysisKofKOpppXpeptideKcomplexesKtoKrelateKstructureKtoK
bindingKthermodynamicsYKJournaleofeMedicinaleChemistryWK2002WKcdWKcgagXbf 8.3 46

93 romparativeKqindingKtnergyKpnalysisK2002WK]hXbc 2

92
romparativeKanalysisKofKsubstrateKaccessKchannelKdynamicsKinKthreeKbacterialKcytochromeKücd[sK
revealsKstructurallyKsimilarKpathwaysKbutKdifferentKopeningKmechanismsYKBiochemicaleSocietye
TransactionsWK2001WKahWKpbcXpbc

5.1

91 üroteinKinteractionKpropertyKsimilarityKanalysisYKInternationaleJournaleofeQuantumeChemistryWK2001WK
gbWK]aaX]af 2.1 64

90 pKcomparisonKofKaqueousKsolventKmodelsKusedKinKtheKcalculationKofKtheK−amanKandK−OpKspectraKofK
lXalanineYKChemicalePhysicsWK2001WKaedWK]adX]d] 2.3 79

89 üroteinXproteinKassociationiKinvestigationKofKfactorsKinfluencingKassociationKratesKbyKbrownianK
dynamicsKsimulationsYKJournaleofeMoleculareBiologyWK2001WKb[eWK]]bhXdd 6.5 197

88 tlectrostaticKanalysisKandKqrownianKdynamicsKsimulationKofKtheKassociationKofKplastocyaninKandK
cytochromeKfYKBiophysicaleJournalWK2001WKg]WKb[h[X][c 2.9 77

87 romparativeKbindingKenergyKanalysisKofKtheKsubstrateKspecificityKofKhaloalkaneKdehalogenaseKfromK
XanthobacterKautotrophicusKvy][YKBiochemistryWK2001WKc[WKgh[dX]f 3.2 38

86 romparativeKbindingKenergyKSrO qxNtTKanalysisKofKinfluenzaKneuraminidaseXinhibitorKcomplexesYK
JournaleofeMedicinaleChemistryWK2001WKccWKhe]Xf] 8.3 86

85 üroteinXüroteinKsockingYKReviewseineComputationaleChemistryWK2001WKe]Xhf 14

84 pzSaTKcalculationsKforKclassKrKbetaXlactamasesiKtheKroleKofKβyrX]d[YKProteins:eStructurereFunctioneande
BioinformaticsWK2000WKc[WKabXg 4.2 37

83
 ulticopyKmolecularKdynamicsKsimulationsKsuggestKhowKtoKreconcileKcrystallographicKandKproductK
formationKdataKforKcamphorKenantiomersKboundKtoKcytochromeKüXcd[camYKJournaleofeInorganice
BiochemistryWK2000WKg]WK]a]Xb]

4.2 20

82 βheKcisprolineSiKXK]TXaromaticSiTKinteractioniKfoldingKofKtheKplaXcisüroXβyrKpeptideKcharacterizedKbyK
N −KandKtheoreticalKapproachesYKJournaleofeBiomoleculareNMRWK2000WK]fWKebXff 3 23

81 qlueKcopperKproteinsiKaKcomparativeKanalysisKofKtheirKmolecularKinteractionKpropertiesYKProteine
ScienceWK2000WKhWK]cbhXdc 6.3 96

80
wowKdoKsubstratesKenterKandKproductsKexitKtheKburiedKactiveKsiteKofKcytochromeKücd[camnK]YK
−andomKexpulsionKmolecularKdynamicsKinvestigationKofKligandKaccessKchannelsKandKmechanismsYK
JournaleofeMoleculareBiologyWK2000WKb[bWKfhfXg]]

6.5 279

79
wowKdoKsubstratesKenterKandKproductsKexitKtheKburiedKactiveKsiteKofKcytochromeKücd[camnKaYK
SteeredKmolecularKdynamicsKandKadiabaticKmappingKofKsubstrateKpathwaysYKJournaleofeMoleculare
BiologyWK2000WKb[bWKg]bXb[

6.5 135

78 NuclearKreceptorXsNpKbindingKspecificityiKpKrO qxNtKandKureeXτilsonK₂Sp−KanalysisYKJournaleofe
MedicinaleChemistryWK2000WKcbWK]fg[Xha 8.3 45

RebeccauCuWade

12



77 rombineKandKureeXτilsonK₂Sp−KpnalysisKofKNuclearK−eceptorXsNpKqindingK2000WKaehXaf[

76 pzaKcalculationsKforKclassKpKbetaXlactamasesiKinfluenceKofKsubstrateKbindingYKProteineScienceWK1999WK
gWKc[cXh 6.3 40

75 xmprovingKmacromolecularKelectrostaticsKcalculationsYKProteineEngineeringreDesigneandeSelectionWK
1999WK]aWKedfXea 1.9 96

74 –XplanylX–XalanineKinKtheKzwitterionicKstateiKstructuresKdeterminedKinKtheKpresenceKofKexplicitKwaterK
moleculesKandKwithKcontinuumKmodelsKusingKdensityKfunctionalKtheoryYKChemicalePhysicsWK1999WKac[WKebXff2.3 83

73 βowardsKmolecularKdynamicsKsimulationKofKlargeKproteinsKwithKaKhydrationKshellKatKconstantK
pressureYKBiophysicaleChemistryWK1999WKfgWK]dfXga 3.5 52

72  olSurferiKtwoXdimensionalKmapsKforKnavigatingKthreeXdimensionalKstructuresKofKproteinsYKTrendseine
BiochemicaleSciencesWK1999WKacWKagdXf 10.3 21

71 rlassificationKofKproteinKsequencesKbyKhomologyKmodelingKandKquantitativeKanalysisKofK
electrostaticKsimilarityYKProteins:eStructurereFunctioneandeBioinformaticsWK1999WKbfWKbfhXgf 4.2 76

70 OnKtheKproteinXproteinKdiffusionalKencounterKcomplexYKJournaleofeMoleculareRecognitionWK1999WK]aWKaaeXbc2.6 73

69 sockingKofKvlycosaminoglycansKtoKweparinXqindingKüroteinsiKKπalidationKforKauvuWKbuvuWKandK
pntithrombinKandKppplicationKtoKx–XgYKJournaleofetheeAmericaneChemicaleSocietyWK1999WK]a]WKb[[cXb[]b 16.4 80

68 StabilityKofKtheKbetaXsheetKofKtheKττKdomainiKpKmolecularKdynamicsKsimulationKstudyYKBiophysicale
JournalWK1999WKffWKa]h]Xg 2.9 46

67 romputerKsimulationKofKproteinXproteinKassociationKkineticsiKacetylcholinesteraseXfasciculinYK
JournaleofeMoleculareBiologyWK1999WKah]WK]chXea 6.5 164

66 τaysKandK eansKtoKtnhanceKtheKronfigurationalKSamplingKofKSmallKüeptidesKinKpqueousKSolutionKinK
 olecularKsynamicsKSimulationsYKTheoreticaleandeComputationaleChemistryWK1999WKfWKgdhXghg 4

65 OnKtheKproteinâ��proteinKdiffusionalKencounterKcomplexK1999WK]aWKaae 1

64 rlassificationKofKauxinKplantKhormonesKbyKinteractionKpropertyKsimilarityKindicesYKJournaleofe
ComputersAidedeMoleculareDesignWK1998WK]aWKebXfh 4.2 19

63 romparativeKbindingKenergyKanalysisYKJournaleofeComputereseAidedeMoleculareDesignWK1998WKhZ]]WK]hXbc 16

62 SpeciesKdependenceKofKenzymeXsubstrateKencounterKratesKforKtrioseKphosphateKisomerasesYK
Proteins:eStructurereFunctioneandeBioinformaticsWK1998WKb]WKc[eXc]e 4.2 20

61 wydrationKenergyKlandscapeKofKtheKactiveKsiteKcavityKinKcytochromeKücd[camK1998WKbaWKbg]Xbhe 47

60 γseKofK ultipleK olecularKsynamicsKβrajectoriesKβoKStudyKqiomoleculesKinKSolutioniKKβheKYβvüK
üeptideYKJournaleofePhysicaleChemistryeBWK1998WK][aWKeae[Xeafa 3.4 26

(1998-2000)
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59 romparativeKkineticKanalysisKofKu–üKandKcreKrecombinasesiKmathematicalKmodelsKforKsNpKbindingK
andKrecombinationYKJournaleofeMoleculareBiologyWK1998WKagcWKbebXgc 6.5 108

58 qrownianKdynamicsKsimulationKofKproteinXproteinKdiffusionalKencounterYKMethodsWK1998WK]cWKbahXc] 4.6 151

57 xmportanceKofKexplicitKsaltKionsKforKproteinKstabilityKinKmolecularKdynamicsKsimulationYKBiophysicale
JournalWK1998WKfcWKah[eX]] 2.9 87

56 romputationalKplchemyKβoKralculateKpbsoluteKüroteinâ��–igandKqindingKureeKtnergyYKJournaleofethee
AmericaneChemicaleSocietyWK1998WK]a[WKaf][Xaf]b 16.4 84

55 üredictionKofKproteinKhydrationKsitesKfromKsequenceKbyKmodularKneuralKnetworksYKProteine
EngineeringreDesigneandeSelectionWK1998WK]]WK]]Xh 1.9 36

54 tlectrostaticKsteeringKandKionicKtetheringKinKenzymeXligandKbindingiKinsightsKfromKsimulationsYK
ProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaWK1998WKhdWKdhcaXh 11.5 169

53 romputationalKppproachesKtoK odelingK−eceptorKulexibilityKγponK–igandKqindingiKppplicationKtoK
xnterfaciallyKpctivatedKtnzymesK1998WKaabXaba 2

52 romputationalKStrategiesKforK odelingK−eceptorKulexibilityKinKStudiesKofK−eceptorX–igandK
xnteractionsK1998WKc]Xda 1

51 wydrationKenergyKlandscapeKofKtheKactiveKsiteKcavityKinKcytochromeKücd[camK1998WKbaWKbg] 2

50 SpeciesKdependenceKofKenzymeXsubstrateKencounterKratesKforKtrioseKphosphateKisomerasesYK
Proteins:eStructurereFunctioneandeBioinformaticsWK1998WKb]WKc[eX]e 4.2 3

49 wydrationKenergyKlandscapeKofKtheKactiveKsiteKcavityKinKcytochromeKücd[camYKProteins:eStructurere
FunctioneandeBioinformaticsWK1998WKbaWKbg]Xhe 4.2 16

48 txceptionallyKstableKsaltKbridgesKinKcytochromeKücd[camKhaveKfunctionalKrolesYKBiochemistryWK1997WK
beWKdc[aX]f 3.2 91

47
−eliabilityKofKcomparativeKmolecularKfieldKanalysisKmodelsiKeffectsKofKdataKscalingKandKvariableK
selectionKusingKaKsetKofKhumanKsynovialKfluidKphospholipaseKpaKinhibitorsYKJournaleofeMedicinale
ChemistryWK1997WKc[WK]]beXcg

8.3 61

46 pzaKcalculationsKforKclassKpKbetaXlactamasesiKmethodologicalKandKmechanisticKimplicationsYK
BiophysicaleJournalWK1997WKfbWKac]eXae 2.9 53

45 SimulationKofKtheKdiffusionalKassociationKofKbarnaseKandKbarstarYKBiophysicaleJournalWK1997WKfaWK]h]fXah 2.9 253

44 RuluRKandKstructureXbasedKdrugKdesignYKStructureWK1997WKdWK]]bhXcd 5.2 72

43 –ocalKinteractionsKofKaromaticKresiduesKinKshortKpeptidesKinKaqueousKsolutioniKaKcombinedKdatabaseK
andKenergeticKanalysisYKFoldingekeDesignWK1997WKaWKSeaXg 15

42 SubstrateKpccessKtoKrytochromeKücd[camiKpKromparisonKofKaKβhermalK otionKüathwayKpnalysisK
withK olecularKsynamicsKSimulationKsataYKJournaleofeMoleculareModelingWK1997WKbWKbehXbfc 2 40
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41 ureeKenergiesKofKhydrationKfromKthermodynamicKintegrationiKromparisonKofKmolecularKmechanicsK
forceKfieldsKandKevaluationKofKcalculationKaccuracyYKJournaleofeComputationaleChemistryWK1997WK]gWKcchXcea3.5 32

40 rpSüaKmolecularKdockingKpredictionsKwithKtheK–xvxNKsoftwareYKProteins:eStructurereFunctioneande
BioinformaticsWK1997WKahWKa][Xa]c 4.2 15

39 rpSüaKmolecularKdockingKpredictionsKwithKtheK–xvxNKsoftwareYKProteins:eStructurereFunctioneande
BioinformaticsWK1997WKahWKa][Xa]c 4.2 5

38 xmprovingKtheKrontinuumKsielectricKppproachKtoKralculatingKpzasKofKxonizableKvroupsKinKüroteinsYK
TheeJournaleofePhysicaleChemistryWK1996WK][[WK]fbfbX]fbgf 227

37 StructuralKchangesKinKcytochromeKüXcd[camKeffectedKbyKtheKbindingKofKtheKenantiomersK
S]−TXcamphorKandKS]STXcamphorYKBiochemistryWK1996WKbdWK]c]afXbg 3.2 25

36 tffectiveKrhargesKforK acromoleculesKinKSolventYKTheeJournaleofePhysicaleChemistryWK1996WK][[WKbgegXbgfg 152

35 βheoreticalKinvestigationKofKtheKdynamicsKofKtheKactiveKsiteKlidKinK−hizomucorKmieheiKlipaseYK
BiophysicaleJournalWK1996WKf]WK]]hXah 2.9 93

34 qrownianKdynamicsKsimulationsKofKenzymeXsubstrateKencounterYKBiochemicaleSocietyeTransactionsWK
1996WKacWKadcXh 5.1 25

33 xmprovedKbindingKofKcytochromeKücd[camKsubstrateKanaloguesKdesignedKtoKfillKextraKspaceKinKtheK
substrateKbindingKpocketYKBiochemistryWK1996WKbdWK]cgdXhh 3.2 53

32  olecularKdockingKusingKsurfaceKcomplementarityYKProteins:eStructurereFunctioneandeBioinformaticsWK
1996WKadWK]a[Xh 4.2 61

31 β−pypNiKaKtoolKforKanalyzingKtrajectoriesKfromKmolecularKsimulationsYKJournaleofeMoleculareGraphicsWK
1996WK]cWK]fbXgaWK]ceXf 2

30 pnalyticallyKdefinedKsurfacesKtoKanalyzeKmolecularKinteractionKpropertiesYKJournaleofeMoleculare
GraphicsWK1996WK]cWKbc]XdbWKbfcXd 28

29  olecularKdockingKusingKsurfaceKcomplementarityYKProteins:eStructurereFunctioneandeBioinformaticsWK
1996WKadWK]a[X]ah 4.2 139

28 promaticXSiVaTKpmineKxnteractionKinKüeptidesYKTheeJournaleofePhysicaleChemistryWK1995WKhhWK]fcfbX]fcga 54

27 üredictionKofKdrugKbindingKaffinitiesKbyKcomparativeKbindingKenergyKanalysisYKJournaleofeMedicinale
ChemistryWK1995WKbgWKaeg]Xh] 8.3 239

26 βhermodynamicsKofKwaterKmediatingKproteinXligandKinteractionsKinKcytochromeKücd[camiKaK
molecularKdynamicsKstudyYKBiophysicaleJournalWK1995WKehWKg][Xac 2.9 88

25 tlectrostaticsKandKdiffusionKofKmoleculesKinKsolutioniKsimulationsKwithKtheKγniversityKofKwoustonK
qrownianKsynamicsKprogramYKComputerePhysicseCommunicationsWK1995WKh]WKdfXhd 4.2 567
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