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277 vorrOqyhHaHproteinUproteinHdockingHapproachHbasedHonHbiochemicalHorHbiophysicalHinformationVH
JournaldofdthedAmericandChemicaldSocietyTH2003THYZcTHYeaYUe 16.4 2126

276 γheHvorrOqyZVZHWebHαerverhHδserUtriendlyHwntegrativeH–odelingHofHpiomolecularHqomplexesVH
JournaldofdMoleculardBiologyTH2016THbZfTHeZXUeZc 6.5 1155

275 γheHvorrOqyHwebHserverHforHdataUdrivenHbiomolecularHdockingVHNaturedProtocolsTH2010THcTHffaUge 18.8 936

274 ΔefinementHofHproteinHstructuresHinHexplicitHsolventVHProteins:dStructurepdFunctiondanddBioinformaticsTH
2003THcXTHbgdUcXd 4.2 521

273 vorrOqyHversusHvorrOqyhHnewHfeaturesHandHperformanceHofHvorrOqyZVXHonHtheHqoäΔwH
targetsVHProteins:dStructurepdFunctiondanddBioinformaticsTH2007THdgTHeZdUaa 4.2 462

272 αtructureHandHflexibilityHadaptationHinHnonspecificHandHspecificHproteinUrNoHcomplexesVHScienceTH
2004THaXcTHafdUg 33.3 454

271 γheHnisinUlipidHwwHcomplexHrevealsHaHpyrophosphateHcageHthatHprovidesHaHblueprintHforHnovelH
antibioticsVHNaturedStructuraldanddMoleculardBiologyTH2004THYYTHgdaUe 17.6 438

270 älectasinTHaHfungalHdefensinTHtargetsHtheHbacterialHcellHwallHprecursorHzipidHwwVHScienceTH2010THaZfTHYYdfUeZ 33.3 400

269 αtructuralHbasisHforHsignalUsequenceHrecognitionHbyHtheHtranslocaseHmotorHαecoHasHdeterminedHbyH
N–ΔVHCellTH2007THYaYTHecdUdg 56.2 337

268 αequenceHcoUevolutionHgivesHarHcontactsHandHstructuresHofHproteinHcomplexesVHELifeTH2014THaTH 8.9 324

267
γheHalphaUtoUbetaHconformationalHtransitionHofHolzheimerOsHobetaUPYUbZQHpeptideHinHaqueousHmediaH
isHreversiblehHaHstepHbyHstepHconformationalHanalysisHsuggestsHtheHlocationHofHbetaHconformationH
seedingVHChemBioChemTH2006THeTHZceUde

3.8 314

266 ΔsqOOΔrhHaHrecalculatedHcoordinateHdatabaseHofHcXXSHproteinsHfromHtheHärpHusingHrestraintsHfromH
theHpio–agΔespankVHProteins:dStructurepdFunctiondanddBioinformaticsTH2005THcgTHddZUeZ 4.2 285

265 äΔOrwuYhHaHwebHserverHforHpredictingHtheHbindingHaffinityHofHproteinUproteinHcomplexesVH
BioinformaticsTH2016THaZTHadedUadef 7.2 272

264 arUroΔγhHaHrNoHstructureHmodellingHserverVHNucleicdAcidsdResearchTH2009THaeTHWZacUg 20.1 262

263 OnHtheHbindingHaffinityHofHmacromolecularHinteractionshHdaringHtoHaskHwhyHproteinsHinteractVHJournald
ofdthedRoyaldSocietydInterfaceTH2013THYXTHZXYZXfac 4.1 251

262 tlexibleHproteinUproteinHdockingVHCurrentdOpiniondindStructuraldBiologyTH2006THYdTHYgbUZXX 8.1 242

261 δpdatesHtoHtheHwntegratedHäroteinUäroteinHwnteractionHpenchmarkshHrockingHpenchmarkHμersionHcH
andHoffinityHpenchmarkHμersionHZVHJournaldofdMoleculardBiologyTH2015THbZeTHaXaYUbY 6.5 208
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260 oreHscoringHfunctionsHinHproteinUproteinHdockingHreadyHtoHpredictHinteractomesmHqluesHfromHaHnovelH
bindingHaffinityHbenchmarkVHJournaldofdProteomedResearchTH2010THgTHZZYdUZc 5.6 196

259 oHstructureUbasedHbenchmarkHforHproteinUproteinHbindingHaffinityVHProteindScienceTH2011THZXTHbfZUgY 6.3 194

258 qontactsUbasedHpredictionHofHbindingHaffinityHinHproteinUproteinHcomplexesVHELifeTH2015THbTHeXebcb 8.9 190

257 qäOΔγhHaHconsensusHinterfaceHpredictorHandHitsHperformanceHinHpredictionUdrivenHdockingHwithH
vorrOqyVHPLoSdONETH2011THdTHeYedgc 3.7 188

256 αhortUchainHfattyHacidsHstimulateHangiopoietinUlikeHbHsynthesisHinHhumanHcolonHadenocarcinomaHcellsH
byHactivatingHperoxisomeHproliferatorUactivatedHreceptorH˛‡VHMoleculardanddCellulardBiologyTH2013THaaTHYaXaUYd4.8 156

255 wnformationUdrivenHproteinUrNoHdockingHusingHvorrOqyhHitHisHaHmatterHofHflexibilityVHNucleicdAcidsd
ResearchTH2006THabTHaaYeUZc 20.1 148

254 WeN–ΔhHαtructuralHpiologyHonHtheHuridVHJournaldofdGriddComputingTH2012THYXTHebaUede 4.2 142

253 oHunifiedHconformationalHselectionHandHinducedHfitHapproachHtoHproteinUpeptideHdockingVHPLoSdONETH
2013THfTHecfedg 3.7 132

252 OutcomeHofHtheHtirstHwwärpHvybridWwntegrativeH–ethodsHγaskHtorceHWorkshopVHStructureTH2015TH
ZaTHYYcdUde 5.2 131

251 ossessmentHofHcontactHpredictionsHinHqoαäYZhHqoUevolutionHandHdeepHlearningHcomingHofHageVH
Proteins:dStructurepdFunctiondanddBioinformaticsTH2018THfdHαupplHYTHcYUdd 4.2 126

250 αolvatedHdockinghHintroducingHwaterHintoHtheHmodellingHofHbiomolecularHcomplexesVHBioinformaticsTH
2006THZZTHZabXUe 7.2 123

249 qonformationalHvariabilityHofHsolutionHnuclearHmagneticHresonanceHstructuresVHJournaldofdMoleculard
BiologyTH1995THZcXTHfXUga 6.5 117

248 WvwαqYhHwhatHinformationHdoesHsurfaceHconservationHyieldmHopplicationHtoHdataUdrivenHdockingVH
Proteins:dStructurepdFunctiondanddBioinformaticsTH2006THdaTHbegUfg 4.2 115

247 qommunityUwideHassessmentHofHproteinUinterfaceHmodelingHsuggestsHimprovementsHtoHdesignH
methodologyVHJournaldofdMoleculardBiologyTH2011THbYbTHZfgUaXZ 6.5 114

246 rataUdrivenHdockingHforHtheHstudyHofHbiomolecularHcomplexesVHFEBSdJournalTH2005THZeZTHZgaUaYZ 5.7 112

245
äredictionHofHhomoproteinHandHheteroproteinHcomplexesHbyHproteinHdockingHandHtemplateUbasedH
modelinghHoHqoαäUqoäΔwHexperimentVHProteins:dStructurepdFunctiondanddBioinformaticsTH2016THfbH
αupplHYTHaZaUbf

4.2 111

244 oHcomprehensiveHframeworkHofHsZUΔwNuHsaHinteractionsHofHtheHhumanHubiquitinUproteasomeH
systemVHMoleculardSystemsdBiologyTH2009THcTHZgc 12.2 108

243
N–ΔHstudyHofHmersacidinHandHlipidHwwHinteractionHinHdodecylphosphocholineHmicellesVH
qonformationalHchangesHareHaHkeyHtoHantimicrobialHactivityVHJournaldofdBiologicaldChemistryTH2003TH
ZefTHYaYYXUe

5.4 105

(2003-2010)
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242 ontimicrobialHandHeffluxHpumpHinhibitoryHactivityHofHcaffeoylquinicHacidsHfromHortemisiaHabsinthiumH
againstHgramUpositiveHpathogenicHbacteriaVHPLoSdONETH2011THdTHeYfYZe 3.7 104

241 ärobingHaHcellUembeddedHmegadaltonHproteinHcomplexHbyHrNäUsupportedHsolidUstateHN–ΔVHNatured
MethodsTH2015THYZTHdbgUcZ 21.6 103

240 αtructuralHmodelHofHtheHδbcvcpWqNOγbHcomplexHrevealedHbyHcombiningHN–ΔTHmutagenesisTHandH
dockingHapproachesVHStructureTH2004THYZTHdaaUbb 5.2 103

239 älasticityHinHproteinUrNoHrecognitionhHlacHrepressorHinteractsHwithHitsHnaturalHoperatorHXYHthroughH
alternativeHconformationsHofHitsHrNoUbindingHdomainVHEMBOdJournalTH2002THZYTHZfddUed 13 103

238 rynamicHbindingHmodeHofHaHαynaptotagminUYUαNoΔsHcomplexHinHsolutionVHNaturedStructuraldandd
MoleculardBiologyTH2015THZZTHcccUdb 17.6 99

237 γheHsolutionHstructureHofHtheHoppoHpzδtHdomainhHinsightHintoHtheHmechanismHofHlightUinducedH
signalingVHChemBioChemTH2006THeTHYfeUga 3.8 99

236 N–ΔHanalysisHofHproteinHinteractionsVHCurrentdOpiniondindChemicaldBiologyTH2005THgTHcXYUf 9.7 99

235 puildingHmacromolecularHassembliesHbyHinformationUdrivenHdockinghHintroducingHtheHvorrOqyH
multibodyHdockingHserverVHMoleculardanddCellulardProteomicsTH2010THgTHYefbUgb 7.6 98

234 qomputationalHpredictionHofHproteinHinterfaceshHoHreviewHofHdataHdrivenHmethodsVHFEBSdLettersTH
2015THcfgTHacYdUZd 3.8 96

233 vowHproteinsHgetHinHtouchhHinterfaceHpredictionHinHtheHstudyHofHbiomolecularHcomplexesVHCurrentd
ProteindanddPeptidedScienceTH2008THgTHagbUbXd 2.8 94

232 vydramacinUYTHstructureHandHantibacterialHactivityHofHaHproteinHfromHtheHbasalHmetazoanHvydraVH
JournaldofdBiologicaldChemistryTH2009THZfbTHYfgdUgXc 5.4 90

231 vydrationHdynamicsHofHtheHcollagenHtripleHhelixHbyHN–ΔVHJournaldofdMoleculardBiologyTH2000THaXXTHYXbYUg 6.5 86

230 rΔsααhHaHdatabaseHofHΔsfinedHsolutionHN–ΔHstructuresVHProteins:dStructurepdFunctiondandd
BioinformaticsTH2004THccTHbfaUd 4.2 83

229 betaUhairpinHstabilityHandHfoldinghHmolecularHdynamicsHstudiesHofHtheHfirstHbetaUhairpinHofH
tendamistatVHJournaldofdMoleculardBiologyTH2000THZgdTHZccUdf 6.5 82

228 αequenceUspecificHvighH–obilityHuroupHpoxHtactorsHΔecognizeHYXâ��YZUpaseHäairH–inorHurooveH
–otifsVHJournaldofdBiologicaldChemistryTH2000THZecTHZeZddUZeZea 5.4 81

227 rataHpublicationHwithHtheHstructuralHbiologyHdataHgridHsupportsHliveHanalysisVHNaturedCommunications
TH2016THeTHYXffZ 17.4 78

226 qommunityUwideHevaluationHofHmethodsHforHpredictingHtheHeffectHofHmutationsHonHproteinUproteinH
interactionsVHProteins:dStructurepdFunctiondanddBioinformaticsTH2013THfYTHYgfXUe 4.2 78

225 wntegrativeHcomputationalHmodelingHofHproteinHinteractionsVHFEBSdJournalTH2014THZfYTHYgffUZXXa 5.7 77
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224 WaterHmoleculesHinHrNoHrecognitionHwwhHaHmolecularHdynamicsHviewHofHtheHstructureHandHhydrationHofH
theHtrpHoperatorVHJournaldofdMoleculardBiologyTH1998THZfZTHfcgUea 6.5 75

223
μariousHstrategiesHofHusingHresidualHdipolarHcouplingsHinHN–ΔUdrivenHproteinHdockinghHapplicationHtoH
zysbfUlinkedHdiUubiquitinHandHvalidationHagainstHYcNUrelaxationHdataVHProteins:dStructurepdFunctiond
anddBioinformaticsTH2005THdXTHadeUfY

4.2 72

222 γheHsolutionHstructureHofHzacHrepressorHheadpieceHdZHcomplexedHtoHaHsymmetricalHlacHoperatorVH
StructureTH1999THeTHYbfaUgZ 5.2 72

221 rataUdrivenHdockinghHvorrOqyOsHadventuresHinHqoäΔwVHProteins:dStructurepdFunctiondandd
BioinformaticsTH2005THdXTHZaZUf 4.2 70

220 äroteinsHfeelHmoreHthanHtheyHseehHfineUtuningHofHbindingHaffinityHbyHpropertiesHofHtheH
nonUinteractingHsurfaceVHJournaldofdMoleculardBiologyTH2014THbZdTHZdaZUcZ 6.5 69

219 qlusteringHbiomolecularHcomplexesHbyHresidueHcontactsHsimilarityVHProteins:dStructurepdFunctiondandd
BioinformaticsTH2012THfXTHYfYXUe 4.2 69

218 γheHvancomycinUnisinPYUYZQHhybridHrestoresHactivityHagainstHvancomycinHresistantHsnterococciVH
BiochemistryTH2008THbeTHYZddYUa 3.2 69

217 JsnsembleJHiterativeHrelaxationHmatrixHapproachhHaHnewHN–ΔHrefinementHprotocolHappliedHtoHtheH
solutionHstructureHofHcrambinVHProteins:dStructurepdFunctiondanddBioinformaticsTH1993THYcTHafcUbXX 4.2 68

216 –assHspecHstudioHforHintegrativeHstructuralHbiologyVHStructureTH2014THZZTHYcafUbf 5.2 66

215
vumanHgalectinUaHP–acUZHantigenQhHdefiningHmolecularHswitchesHofHaffinityHtoHnaturalHglycoproteinsTH
structuralHandHdynamicHaspectsHofHglycanHbindingHbyHflexibleHligandHdockingHandHputativeHregulatoryH
sequencesHinHtheHproximalHpromoterHregionVHBiochimicadEtdBiophysicadActadrdGeneraldSubjectsTH2011TH
YfYXTHYcXUdY

4 66

214 γheHprecisionHofHN–ΔHstructureHensemblesHrevisitedVHJournaldofdBiomoleculardNMRTH2003THZcTHZZcUab 3 66

213 qomputationalHapproachesHtoHtherapeuticHantibodyHdesignhHestablishedHmethodsHandHemergingH
trendsVHBriefingsdindBioinformaticsTH2020THZYTHYcbgUYcde 13.4 66

212 αtructuralHdeterminantsHofHspecificHlipidHbindingHtoHpotassiumHchannelsVHJournaldofdthedAmericand
ChemicaldSocietyTH2013THYacTHagfaUf 16.4 65

211 roHNOsHdistancesHcontainHenoughHinformationHtoHassessHtheHrelativeHpopulationsHofH
multiUconformerHstructuresmVHJournaldofdBiomoleculardNMRTH1996THeTHeZUd 3 65

210 plindHtestingHofHroutineTHfullyHautomatedHdeterminationHofHproteinHstructuresHfromHN–ΔHdataVH
StructureTH2012THZXTHZZeUad 5.2 64

209 retailedHmechanisticHinsightsHintoHvwμUYHsensitivityHtoHthreeHgenerationsHofHfusionHinhibitorsVH
JournaldofdBiologicaldChemistryTH2009THZfbTHZdgbYUcX 5.4 64

208 NuclearHmagneticHresonanceHsolutionHstructureHofHtheHorcHrepressorHusingHrelaxationHmatrixH
calculationsVHJournaldofdMoleculardBiologyTH1994THZadTHaZfUbY 6.5 64

207
qrystalHstructureHandHcatalyticHmechanismHofHtheHzäαHaUOUdeacylaseHäagzHfromHäseudomonasH
aeruginosaVHProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaTH2006TH
YXaTHeXeYUd

11.5 63

(2006-1998)
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206 –appingHtheHtargetedHmembraneHporeHformationHmechanismHbyHsolutionHN–ΔhHtheHnisinHZHandHlipidH
wwHinteractionHinHαrαHmicellesVHBiochemistryTH2002THbYTHedeXUd 3.2 62

205 sxtendedHOUulcNocHonHvzoHqlassUwUpoundHäeptidesVHJournaldofdthedAmericandChemicaldSocietyTH2015TH
YaeTHYXgZZUYXgZc 16.4 60

204 äerformanceHofHvorrOqyHandHaHsimpleHcontactUbasedHproteinUligandHbindingHaffinityHpredictorHinH
theHraΔHurandHqhallengeHZVHJournaldofdComputerrAideddMoleculardDesignTH2018THaZTHYecUYfc 4.2 58

203 plindHpredictionHofHhomoUHandHheteroUproteinHcomplexeshHγheHqoαäYaUqoäΔwHexperimentVHProteins:d
StructurepdFunctiondanddBioinformaticsTH2019THfeTHYZXXUYZZY 4.2 58

202
octivityUstructureHcorrelationsHinHdivergentHlectinHevolutionhHfineHspecificityHofHchickenHgalectinH
quUYbHandHcomputationalHanalysisHofHflexibleHligandHdockingHforHquUYbHandHtheHcloselyHrelatedH
quUYdVHGlycobiologyTH2007THYeTHYdcUfb

5.8 58

201 odvancesHinHintegrativeHmodelingHofHbiomolecularHcomplexesVHMethodsTH2013THcgTHaeZUfY 4.6 57

200 oHproteinUrNoHdockingHbenchmarkVHNucleicdAcidsdResearchTH2008THadTHeff 20.1 57

199 –embraneHproteinsHstructureshHoHreviewHonHcomputationalHmodelingHtoolsVHBiochimicadEtdBiophysicad
ActadrdBiomembranesTH2017THYfcgTHZXZYUZXag 3.8 56

198 sntropyHcalculationHofHvwμUYHsnvHgpYZXTHitsHreceptorHqrbTHandHtheirHcomplexhHanHanalysisHofH
configurationalHentropyHchangesHuponHcomplexationVHBiophysicaldJournalTH2005THffTHYcUZb 2.9 55

197
ΔefinedHstructureHofHlacHrepressorHheadpieceHPYUcdQHdeterminedHbyHrelaxationHmatrixHcalculationsH
fromHZrHandHarHNOsHdatahHchangeHofHtertiaryHstructureHuponHbindingHtoHtheHlacHoperatorVHJournaldofd
MoleculardBiologyTH1996THZcgTHedYUea

6.5 54

196 pindingHsiteHstructureHofHoneHzΔäUΔoäHcomplexhHimplicationsHforHaHcommonHligandUreceptorHbindingH
motifVHJournaldofdMoleculardBiologyTH2006THadZTHeXXUYd 6.5 53

195 γimeUHandHensembleUaveragedHdirectHNOsHrestraintsVHJournaldofdBiomoleculardNMRTH1994THbTHYbaUg 3 53

194 oHgpbYH–äsΔUspecificHllamaHμvvHrequiresHaHhydrophobicHqrΔaHforHneutralizationHbutHnotHforH
antigenHrecognitionVHPLoSdPathogensTH2013THgTHeYXXaZXZ 7.6 52

193 oHmultidomainHflexibleHdockingHapproachHtoHdealHwithHlargeHconformationalHchangesHinHtheH
modelingHofHbiomolecularHcomplexesVHStructureTH2011THYgTHcccUdc 5.2 52

192 αpotOnhHvighHoccuracyHwdentificationHofHäroteinUäroteinHwnterfaceHvotUαpotsVHScientificdReportsTH
2017THeTHfXXe 4.9 51

191 qoαrUN–ΔhHcriticalHassessmentHofHautomatedHstructureHdeterminationHbyHN–ΔVHNaturedMethodsTH
2009THdTHdZcUd 21.6 51

190 γwoUrungHmodelHofHaHleftUhandedHbetaUhelixHforHprionsHexplainsHspeciesHbarrierHandHstrainHvariationH
inHtransmissibleHspongiformHencephalopathiesVHJournaldofdMoleculardBiologyTH2006THadXTHgXeUZX 6.5 51

189 OnHtheHusefulnessHofHionUmobilityHmassHspectrometryHandHαoXαHdataHinHscoringHdockingHdecoysVHActad
CrystallographicadSectiondD:dBiologicaldCrystallographyTH2013THdgTHdfaUgb 50
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188 qharacterizationHandHstructuralHanalysesHofHnonspecificHlipidHtransferHproteinHYHfromHmungHbeanVH
BiochemistryTH2005THbbTHceXaUYZ 3.2 50

187 γheHorientationsHofHcytochromeHcHinHtheHhighlyHdynamicHcomplexHwithHcytochromeHbcHvisualizedHbyH
N–ΔHandHdockingHusingHvorrOqyVHProteindScienceTH2005THYbTHeggUfYY 6.3 50

186 N–ΔHΔelaxationHandHwnternalHrynamicsHofHδbiquitinHfromHaHXVZH˛…sH–rHαimulationVHJournaldofd
ChemicaldTheorydanddComputationTH2005THYTHadaUeb 6.4 50

185 αequenceUspecificHhighHmobilityHgroupHboxHfactorsHrecognizeHYXUYZUbaseHpairHminorHgrooveHmotifsVH
JournaldofdBiologicaldChemistryTH2000THZecTHZeZddUea 5.4 50

184 wntegrativeH–odelingHofHpiomolecularHqomplexeshHvorrOqyingHwithHqryoUslectronH–icroscopyH
rataVHStructureTH2015THZaTHgbgUgdX 5.2 49

183 wnsightHintoHcyanobacterialHcircadianHtimingHfromHstructuralHdetailsHofHtheHyaipUyaiqHinteractionVH
ProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaTH2014THYYYTHYaegUfb 11.5 49

182 oHdockingHapproachHtoHtheHstudyHofHcopperHtraffickingHproteinsiHinteractionHbetweenH
metallochaperonesHandHsolubleHdomainsHofHcopperHoγäasesVHStructureTH2004THYZTHddgUed 5.2 49

181 γheHsolutionHstructureHofHtheHhumanHretinoicHacidHreceptorUbetaHrNoUbindingHdomainVHJournaldofd
BiomoleculardNMRTH1993THaTHYUYe 3 49

180 δnderstandingHtheHroleHofHtheHxosephinHdomainHinHtheHäolyδbHbindingHandHcleavageHpropertiesHofH
ataxinUaVHPLoSdONETH2010THcTHeYZbaX 3.7 49

179 zargeUscaleHpredictionHofHbindingHaffinityHinHproteinUsmallHligandHcomplexeshHtheHäΔOrwuYUzwuHwebH
serverVHBioinformaticsTH2019THacTHYcfcUYcfe 7.2 48

178 refiningHtheHlimitsHofHhomologyHmodelingHinHinformationUdrivenHproteinHdockingVHProteins:d
StructurepdFunctiondanddBioinformaticsTH2013THfYTHZYYgUZf 4.2 47

177 –odelHforHΔNoHbindingHandHtheHcatalyticHsiteHofHtheHΔNaseHyidHofHtheHbacterialHparrHtoxinUantitoxinH
systemVHJournaldofdMoleculardBiologyTH2006THaceTHYYcUZd 6.5 47

176 WaterHmoleculesHinHrNoHrecognitionHwhHhydrationHlifetimesHofHtrpHoperatorHrNoHinHsolutionH
measuredHbyHN–ΔHspectroscopyVHJournaldofdMoleculardBiologyTH1998THZfZTHfbeUcf 6.5 46

175 wNrwuOUrataqloudhHaHälatformHtoHtacilitateHαeamlessHoccessHtoHsUwnfrastructuresVHJournaldofdGridd
ComputingTH2018THYdTHafYUbXf 4.2 44

174 plindHpredictionHofHinterfacialHwaterHpositionsHinHqoäΔwVHProteins:dStructurepdFunctiondandd
BioinformaticsTH2014THfZTHdZXUaZ 4.2 43

173
pio–agΔespankHdatabasesHrOqΔHandHtΔsrHcontainingHconvertedHandHfilteredHsetsHofHexperimentalH
N–ΔHrestraintsHandHcoordinatesHfromHoverHcXXHproteinHärpHstructuresVHJournaldofdBiomoleculard
NMRTH2005THaZTHYUYZ

3 43

172 γheHαupramolecularHOrganizationHofHaHäeptideUpasedHNanocarrierHatHvighH–olecularHretailVHJournald
ofdthedAmericandChemicaldSocietyTH2015THYaeTHeeecUfb 16.4 42

171 wmportanceHofHlipidUporeHloopHinterfaceHforHpotassiumHchannelHstructureHandHfunctionVHProceedingsd
ofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaTH2013THYYXTHYaXXfUYa 11.5 42

(2013-2005)
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170 äroteinUproteinHvorrockingHusingHexclusivelyHpseudocontactHshiftsVHJournaldofdBiomoleculardNMRTH
2011THcXTHZdaUd 3 42

169 d––UäpαohHoHNewHvorrOqyHαcoringHtunctionHforHäroteinUäeptideHrockingVHFrontiersdindMoleculard
BiosciencesTH2016THaTHbd 5.6 42

168 γurningHdefenseHintoHoffensehHdefensinHmimeticsHasHnovelHantibioticsHtargetingHlipidHwwVHPLoSd
PathogensTH2013THgTHeYXXaeaZ 7.6 41

167 äushingHtheHlimitsHofHwhatHisHachievableHinHproteinUrNoHdockinghHbenchmarkingHvorrOqyOsH
performanceVHNucleicdAcidsdResearchTH2010THafTHcdabUbe 20.1 41

166 αpecificityHandHaffinityHofHzacHrepressorHforHtheHauxiliaryHoperatorsHOZHandHOaHareHexplainedHbyHtheH
structuresHofHtheirHproteinUrNoHcomplexesVHJournaldofdMoleculardBiologyTH2009THagXTHbefUfg 6.5 41

165 wntegrativeH–odellingHofHpiomolecularHqomplexesVHJournaldofdMoleculardBiologyTH2020THbaZTHZfdYUZffY 6.5 40

164
uentamicinHbindsHtoHtheHmegalinHreceptorHasHaHcompetitiveHinhibitorHusingHtheHcommonHligandH
bindingHmotifHofHcomplementHtypeHrepeatshHinsightHfromHtheHnmrHstructureHofHtheHYXthHcomplementH
typeHrepeatHdomainHaloneHandHinHcomplexHwithHgentamicinVHJournaldofdBiologicaldChemistryTH2013TH
ZffTHbbZbUac

5.4 39

163 αolutionHstructureHandHrNoUbindingHpropertiesHofHtheHqUterminalHdomainHofHδvrqHfromHsVcoliVHEMBOd
JournalTH2002THZYTHdZceUdd 13 39

162 αtructuralHpiologyHinHtheHqloudshHγheHWeN–ΔUsOαqHscosystemVHFrontiersdindMoleculardBiosciencesTH
2021THfTHeZgcYa 5.6 39

161 yineticsHandHthermodynamicsHofHtypeHμwwwHbetaUturnHformationhHaHqrTHN–ΔTHandHmicrosecondHexplicitH
molecularHdynamicsHstudyHofHtheHurNäHtetrapeptideVHBiophysicaldJournalTH2006THgXTHZebcUcg 2.9 38

160 rirectHNOsHrefinementHofHbiomolecularHstructuresHusingHZrHN–ΔHdataVHJournaldofdBiomoleculardNMR
TH1991THYTHaXcUg 3 38

159 risμishHquantifyingHandHvisualizingHaccessibleHinteractionHspaceHofHdistanceUrestrainedHbiomolecularH
complexesVHBioinformaticsTH2015THaYTHaZZZUb 7.2 37

158 otomicHinsightHintoHtheHqrbHbindingUinducedHconformationalHchangesHinHvwμUYHgpYZXVHProteins:d
StructurepdFunctiondanddBioinformaticsTH2004THccTHcfZUga 4.2 36

157 αtrengthsHandHweaknessesHofHdataUdrivenHdockingHinHcriticalHassessmentHofHpredictionHofH
interactionsVHProteins:dStructurepdFunctiondanddBioinformaticsTH2010THefTHaZbZUg 4.2 35

156 wmpairedHperoxisomeHproliferatorUactivatedHreceptorHgammaHfunctionHthroughHmutationHofHaH
conservedHsaltHbridgeHPΔbZcqQHinHfamilialHpartialHlipodystrophyVHMoleculardEndocrinologyTH2007THZYTHYXbgUdc 35

155 –olecularHoriginsHofHbindingHaffinityhHseekingHtheHorchimedeanHpointVHCurrentdOpiniondindStructurald
BiologyTH2013THZaTHfdfUee 8.1 34

154
octiveUsiteHarchitectureHandHcatalyticHmechanismHofHtheHlipidHoHdeacylaseHzpxΔHofHαalmonellaH
typhimuriumVHProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaTH2009TH
YXdTHYgdXUb

11.5 34

153 qombiningHN–ΔHrelaxationHwithHchemicalHshiftHperturbationHdataHtoHdriveHproteinUproteinHdockingVH
JournaldofdBiomoleculardNMRTH2006THabTHZaeUbb 3 34
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152 wmmunogenicityHofHpeptideUvaccineHcandidatesHpredictedHbyHmolecularHdynamicsHsimulationsVH
JournaldofdMoleculardBiologyTH2003THaZfTHYXfaUg 6.5 34

151 –olecularHrynamicsHαimulationsHinHrrugHriscoveryHandHäharmaceuticalHrevelopmentVHProcessesTH
2021THgTHeY 2.9 34

150 oH–achineHzearningHopproachHforHvotUαpotHretectionHatHäroteinUäroteinHwnterfacesVHInternationald
JournaldofdMoleculardSciencesTH2016THYeTH 6.3 33

149 iαsshHwnterfaceHstructureTHevolutionTHandHenergyUbasedHmachineHlearningHpredictorHofHbindingH
affinityHchangesHuponHmutationsVHProteins:dStructurepdFunctiondanddBioinformaticsTH2019THfeTHYYXUYYg 4.2 33

148 ΔapidHpredictionHofHmultiUdimensionalHN–ΔHdataHsetsVHJournaldofdBiomoleculardNMRTH2012THcbTHaeeUfe 3 32

147 rataUdrivenHhomologyHmodellingHofHäUglycoproteinHinHtheHoγäUboundHstateHindicatesHflexibilityHofH
theHtransmembraneHdomainsVHFEBSdJournalTH2009THZedTHgdbUeZ 5.7 32

146 tindingHtheH˛�˛�uHspothHoreHpredictorsHofHbindingHaffinityHchangesHuponHmutationsHinHproteinâ��proteinH
interactionsHreadyHforHitmVHWileydInterdisciplinarydReviews:dComputationaldMoleculardScienceTH2019THgTHeYbYX7.9 32

145 –odelingHproteinUproteinHcomplexesHusingHtheHvorrOqyHwebserverHJmodelingHproteinHcomplexesH
withHvorrOqyJVHMethodsdindMoleculardBiologyTH2014THYYaeTHYdaUeg 1.4 31

144 –ahHanHintegrativeHframeworkHforHstructureHdeterminationHofHmolecularHmachinesVHNaturedMethodsTH
2017THYbTHfgeUgXZ 21.6 30

143 αolutionHstructureHofHtheHubiquitinUconjugatingHenzymeHδbcvcpVHJournaldofdMoleculardBiologyTH2004TH
abbTHcYaUZd 6.5 30

142 –odeHofHactionHofHteixobactinsHinHcellularHmembranesVHNaturedCommunicationsTH2020THYYTHZfbf 17.4 28

141 qharacterizingHtheHNUHandHqUterminalHαmallHubiquitinUlikeHmodifierHPαδ–OQUinteractingHmotifsHofHtheH
scaffoldHproteinHroXXVHJournaldofdBiologicaldChemistryTH2011THZfdTHYgfYdUZg 5.4 27

140 OnHtheHmolecularHbasisHofHtheHrecognitionHofHangiotensinHwwHPowwQVHN–ΔHstructureHofHowwHinHsolutionH
comparedHwithHtheHXUrayHstructureHofHowwHboundHtoHtheHmobHtabYaYVHFEBSdJournalTH2003THZeXTHfbgUdX 27

139 zocalisationHandHdynamicsHofHsodiumHcounterionsHaroundHrNoHinHsolutionHfromHmolecularHdynamicsH
simulationVHEuropeandBiophysicsdJournalTH2000THZgTHceUdX 1.9 27

138 iαcorehHaHnovelHgraphHkernelUbasedHfunctionHforHscoringHproteinUproteinHdockingHmodelsVH
BioinformaticsTH2020THadTHYYZUYZY 7.2 27

137 γheHuΔO–OαgdHbenchmarksHforHmolecularHsimulationVHComputerdPhysicsdCommunicationsTH2000TH
YZfTHccXUcce 4.2 26

136 tastHandHsensitiveHrigidUbodyHfittingHintoHcryoUs–HdensityHmapsHwithHäowertitVHAIMSdBiophysicsTH2015
THZTHeaUfe 0.8 26

135 γheHrisμisHandHäowertitHWebHαervershHsxplorativeHandHwntegrativeH–odelingHofHpiomolecularH
qomplexesVHJournaldofdMoleculardBiologyTH2017THbZgTHaggUbXe 6.5 25

(2017-2003)
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134 oHtlexibleTHuridUsnabledHWebHäortalHforHuΔO–oqαH–olecularHrynamicsHαimulationsVHJournaldofd
ChemicaldTheorydanddComputationTH2012THfTHabdaUeZ 6.4 25

133 αtructureHofHtheHrNoUboundHpΔqoYHqUterminalHregionHfromHhumanHreplicationHfactorHqHpYbXHandH
modelHofHtheHproteinUrNoHcomplexVHJournaldofdBiologicaldChemistryTH2010THZfcTHYXXfeUYXXge 5.4 25

132 N–ΔUbasedHmodelingHandHbindingHstudiesHofHaHternaryHcomplexHbetweenHchickenHliverHbileHacidH
bindingHproteinHandHbileHacidsVHProteins:dStructurepdFunctiondanddBioinformaticsTH2007THdgTHYeeUgY 4.2 25

131 pdbUtoolshHaHswissHarmyHknifeHforHmolecularHstructuresVHFvuuuResearchTH2018THeTHYgdY 3.6 25

130 oHbenchmarkHtestingHgroundHforHintegratingHhomologyHmodelingHandHproteinHdockingVHProteins:d
StructurepdFunctiondanddBioinformaticsTH2017THfcTHYXUYd 4.2 24

129 vorrOqyPZäZwQhHaHbiophysicalHmodelHforHpredictingHtheHbindingHaffinityHofHproteinUproteinH
interactionHinhibitorsVHJournaldofdChemicaldInformationdanddModelingTH2014THcbTHfZdUad 6.1 24

128 wnformationUdrivenHmodelingHofHlargeHmacromolecularHassembliesHusingHN–ΔHdataVHJournaldofd
MagneticdResonanceTH2014THZbYTHYXaUYb 3 24

127 αenseHandHsimplicityHinHvorrOqyHscoringhHzessonsHfromHqoαäUqoäΔwHroundHYVHProteins:dStructurepd
FunctiondanddBioinformaticsTH2017THfcTHbYeUbZa 4.2 24

126 wmprovingHarHstructureHpredictionHfromHchemicalHshiftHdataVHJournaldofdBiomoleculardNMRTH2013THceTHZeUac3 23

125 αolvatedHproteinUproteinHdockingHusingHyyteUroolittleUbasedHwaterHpreferencesVHProteins:dStructurepd
FunctiondanddBioinformaticsTH2013THfYTHcYXUf 4.2 23

124 –odelingHproteinUproteinHcomplexesHinvolvedHinHtheHcytochromeHqHoxidaseHcopperUdeliveryH
pathwayVHJournaldofdProteomedResearchTH2007THdTHYcaXUg 5.6 23

123 voloUlikeHandHrruggableHäroteinHqonformationsHfromHsnhancedHαamplingHofHpindingHäocketH
μolumeHandHαhapeVHJournaldofdChemicaldInformationdanddModelingTH2019THcgTHYcYcUYcZf 6.1 22

122 αtructureHofHtheHbacterialHplantUferredoxinHreceptorHtusoVHNaturedCommunicationsTH2016THeTHYaaXf 17.4 22

121 NextHchallengesHinHproteinâ��proteinHdockinghHfromHproteomeHtoHinteractomeHandHbeyondVHWileyd
InterdisciplinarydReviews:dComputationaldMoleculardScienceTH2012THZTHdbZUdcY 7.9 22

120 αo–äzsXhHautomaticHmappingHofHperturbedHandHunperturbedHregionsHofHproteinsHandHcomplexesVH
BMCdBioinformaticsTH2010THYYTHcY 3.6 22

119 δseHofHveryHlongUdistanceHNOssHinHaHfullyHdeuteratedHproteinhHanHapproachHforHrapidHproteinHfoldH
determinationVHJournaldofdMagneticdResonanceTH2003THYdaTHZZfUac 3 22

118 ΔapidHproteinHfoldHdeterminationHusingHsecondaryHchemicalHshiftsHandHcrossUhydrogenHbondH
YcNUYaqOHscalarHcouplingsHPahbxNqOQVHJournaldofdBiomoleculardNMRTH2001THZYTHZZYUaa 3 22

117 αupramolecularHOrganizationHandHtunctionalHwmplicationsHofHyHHqhannelHqlustersHinH–embranesVH
AngewandtedChemiedrdInternationaldEditionTH2017THcdTHYaZZZUYaZZe 16.4 21
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116 äreUHandHpostUdockingHsamplingHofHconformationalHchangesHusingHqlustsN–HandHvorrOqyHforH
proteinUproteinHandHproteinUrNoHsystemsVHProteins:dStructurepdFunctiondanddBioinformaticsTH2020THffTHZgZUaXd4.2 21

115 wnformationUrrivenTHsnsembleHtlexibleHäeptideHrockingHδsingHvorrOqyVHMethodsdindMoleculard
BiologyTH2017THYcdYTHYXgUYaf 1.4 20

114 NonUinteractingHsurfaceHsolvationHandHdynamicsHinHproteinUproteinHinteractionsVHProteins:dStructurepd
FunctiondanddBioinformaticsTH2015THfaTHbbcUcf 4.2 20

113 sxplicitHtreatmentHofHwaterHmoleculesHinHdataUdrivenHproteinUproteinHdockinghHtheHsolvatedH
vorrOqyingHapproachVHMethodsdindMoleculardBiologyTH2012THfYgTHaccUeb 1.4 20

112 zessHwsH–orehHqoarseUurainedHwntegrativeH–odelingHofHzargeHpiomolecularHossembliesHwithH
vorrOqyVHJournaldofdChemicaldTheorydanddComputationTH2019THYcTHdacfUdade 6.4 19

111 qonformationalHälasticityHofHtheHäOγΔoHcHromainHinHtheHOuterH–embraneHäroteinHossemblyHtactorH
pamoVHStructureTH2015THZaTHYaYeUZb 5.2 19

110 oHcomprehensiveHframeworkHofHsZâ��ΔwNuHsaHinteractionsHofHtheHhumanHubiquitinâ��proteasomeH
systemVHMoleculardSystemsdBiologyTH2009THcTHaYe 12.2 19

109 –odelingHontibodyUontigenHqomplexesHbyHwnformationUrrivenHrockingVHStructureTH2020THZfTHYYgUYZgVeZ 5.2 19

108 pindingHhotspotsHofHpoZZpHbromodomainhHvistoneHinteractionHrevealedHbyHsolutionHN–ΔHdrivenH
dockingVHBiochemistryTH2014THcaTHdeXdUYd 3.2 18

107 αolvatedHproteinUrNoHdockingHusingHvorrOqyVHJournaldofdBiomoleculardNMRTH2013THcdTHcYUda 3 18

106 QuantitativeHuseHofHchemicalHshiftsHforHtheHmodelingHofHproteinHcomplexesVHProteins:dStructurepd
FunctiondanddBioinformaticsTH2011THegTHZddZUeX 4.2 18

105
N–ΔHandHmolecularHdynamicsHstudiesHofHanHautoimmuneHmyelinHbasicHproteinHpeptideHandHitsH
antagonisthHstructuralHimplicationsHforHtheH–vqHwwHPwUouQUpeptideHcomplexHfromHdockingHcalculationsVH
FEBSdJournalTH2004THZeYTHaaggUbYa

18

104 γheHqHterminusHofHapocytochromeHbcdZHundergoesHfastHmotionsHandHslowHexchangeHamongHorderedH
conformationsHresemblingHtheHfoldedHstateVHBiochemistryTH2002THbYTHccXcUYb 3.2 18

103 γheHeN–ΔHplatformHforHstructuralHbiologyVHJournaldofdStructuraldanddFunctionaldGenomicsTH2010THYYTHYUf 17

102 –olecularHdynamicsHstudiesHofHaHmolecularHswitchHinHtheHglucocorticoidHreceptorVHJournaldofd
MoleculardBiologyTH2003THaZfTHaZcUab 6.5 17

101 wnhibitionHofHtheHintegratedHstressHresponseHbyHviralHproteinsHthatHblockHpUewtZUewtZpHassociationVH
NaturedMicrobiologyTH2020THcTHYadYUYaea 26.6 17

100 oH–embraneHäroteinHqomplexHrockingHpenchmarkVHJournaldofdMoleculardBiologyTH2018THbaXTHcZbdUcZcd 6.5 17

99 äredictionHofHproteinHassembliesTHtheHnextHfrontierhHγheHqoαäYbUqoäΔwHexperimentVHProteins:d
StructurepdFunctiondanddBioinformaticsTH2021THfgTHYfXXUYfZa 4.2 17

(2021-2020)
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98
sxploringHtheHinterplayHbetweenHexperimentalHmethodsHandHtheHperformanceHofHpredictorsHofH
bindingHaffinityHchangeHuponHmutationsHinHproteinHcomplexesVHProteindEngineeringpdDesigndandd
SelectionTH2016THZgTHZgYUZgg

1.9 16

97 αtructureUtunctionHΔelationshipsHofHontimicrobialHäeptidesHandHäroteinsHwithHΔespectHtoHqontactH
–oleculesHonHäathogenHαurfacesVHCurrentdTopicsdindMedicinaldChemistryTH2016THYdTHfgUgf 3 16

96 αupramolecularHstructureHofHmembraneUassociatedHpolypeptidesHbyHcombiningHsolidUstateHN–ΔHandH
molecularHdynamicsHsimulationsVHBiophysicaldJournalTH2012THYXaTHZgUae 2.9 16

95 δnveilingHtheHwnteractionHofHμanadiumHqompoundsHwithHvumanHαerumHolbuminHbyHδsingHYvHαγrH
N–ΔHandHqomputationalHrockingHαtudiesVHEuropeandJournaldofdInorganicdChemistryTH2013THZXYaTHbdYgUbdZe2.3 16

94 αtructuralHandHbiochemicalHcharacterizationHofHNarsTHanHironUcontainingHoräUribosyltransferaseH
fromHNeisseriaHmeningitidisVHJournaldofdBiologicaldChemistryTH2011THZfdTHYbfbZUcY 5.4 16

93 wntramolecularHsurfaceHcontactsHcontainHinformationHaboutHproteinUproteinHinterfaceHregionsVH
BioinformaticsTH2006THZZTHZXgbUf 7.2 16

92 rescribingHpartiallyHunfoldedHstatesHofHproteinsHfromHsparseHN–ΔHdataVHJournaldofdBiomoleculard
NMRTH2005THaaTHYecUfd 3 16

91 äΔOrwuYhHoHqontactUbasedHäredictorHofHpindingHoffinityHinHäroteinUproteinHqomplexesVHBiorprotocolTH
2017THeTHeZYZb 0.9 16

90 wnformationUdrivenHmodelingHofHproteinUpeptideHcomplexesVHMethodsdindMoleculardBiologyTH2015TH
YZdfTHZZYUag 1.4 16

89 rynamicHcontrolHofHselectivityHinHtheHubiquitinationHpathwayHrevealedHbyHanHoαäHtoHuzδHsubstitutionH
inHanHintraUmolecularHsaltUbridgeHnetworkVHPLoSdComputationaldBiologyTH2012THfTHeYXXZecb 5 15

88 rirectHuseHofHunassignedHresonancesHinHN–ΔHstructureHcalculationsHwithHproxyHresiduesVHJournaldofd
thedAmericandChemicaldSocietyTH2006THYZfTHecddUeY 16.4 15

87 qhangesHinHdynamicalHbehaviorHofHtheHretinoidHXHreceptorHrNoUbindingHdomainHuponHbindingHtoHaHYbH
baseUpairHrNoHhalfHsiteVHBiochemistryTH2000THagTHfebeUce 3.2 15

86 NewHwnsightHintoHtheHqatalyticH–echanismHofHpacterialH–raYHfromHsnzymeHyineticsHandHrockingH
αtudiesVHJournaldofdBiologicaldChemistryTH2016THZgYTHYcXceUdf 5.4 15

85 äroteinUligandHposeHandHaffinityHpredictionhHzessonsHfromHraΔHurandHqhallengeHaVHJournaldofd
ComputerrAideddMoleculardDesignTH2019THaaTHfaUgY 4.2 15

84 olteredHspecificityHinHrNoHbindingHbyHtheHlacHrepressorhHaHmutantHlacHheadpieceHthatHmimicsHtheHgalH
repressorVHChemBioChemTH2005THdTHYdZfUae 3.8 14

83 γemplateUbasedHproteinUproteinHdockingHexploitingHpairwiseHinterfacialHresidueHrestraintsVHBriefingsd
indBioinformaticsTH2017THYfTHbcfUbdd 13.4 14

82 smergenceHandHspreadHofHαoΔαUqoμUZHlineageHpVYVdZXHwithHvariantHofHconcernUlikeHmutationsHandH
deletionsVHNaturedCommunicationsTH2021THYZTHcedg 17.4 14

81
–wNOsαhHaHnewHapproachHtoHselectHaHrepresentativeHensembleHofHstructuresHinHN–ΔHstudiesHofH
PpartiallyQHunfoldedHstatesVHopplicationHtoHreltaZcUäYäVHProteins:dStructurepdFunctiondandd
BioinformaticsTH2009THebTHfgcUgXb

4.2 13
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80 qomparativeHN–ΔHstudyHonHtheHimpactHofHpointHmutationsHonHproteinHstabilityHofHäseudomonasH
mendocinaHlipaseVHProteindScienceTH2006THYcTHYgYcUZe 6.3 13

79 wnsightHintoHmolecularHinteractionsHbetweenHtwoHäpYHdomainsVHJournaldofdMoleculardBiologyTH2004TH
aadTHYYgcUZYX 6.5 13

78 αtructureHrefinementHofHtheHglucocorticoidHreceptorUrNoHbindingHdomainHfromHN–ΔHdataHbyH
relaxationHmatrixHcalculationsVHJournaldofdMoleculardBiologyTH1995THZbeTHdfgUeXX 6.5 13

77 γowardHanHN–ΔHΔHfactorVHJournaldofdMagneticdResonanceTH1991THgYTHdcgUddb 13

76 –oΔγwNwUpasedHäroteinUrNoHqoarseUurainedHvorrOqyingVHFrontiersdindMoleculardBiosciencesTH2019
THdTHYXZ 5.6 12

75 zightrockHgoesHinformationUdrivenVHBioinformaticsTH2020THadTHgcXUgcZ 7.2 12

74 ristinguishingHcrystallographicHfromHbiologicalHinterfacesHinHproteinHcomplexeshHroleHofH
intermolecularHcontactsHandHenergeticsHforHclassificationVHBMCdBioinformaticsTH2018THYgTHbaf 3.6 12

73 αharingHrataHfromH–olecularHαimulationsVHJournaldofdChemicaldInformationdanddModelingTH2019THcgTHbXgaUbXgg6.1 11

72 αtructuralHbasisHofHu–UqαtHandHwzUZHsequestrationHbyHtheHviralHdecoyHreceptorHuwtVHNatured
CommunicationsTH2016THeTHYaZZf 17.4 11

71 –γ–roγUvorrOqyhHhighUthroughputTHproteinHcomplexHstructureHmodelingHbasedHonHlimitedH
proteolysisHandHmassHspectrometryVHBMCdStructuraldBiologyTH2012THYZTHZg 2.7 11

70 γravelUdrivenHemergenceHandHspreadHofHαoΔαUqoμUZHlineageHpVYVdZXHwithHmultipleHμOqUlikeH
mutationsHandHdeletionsHinHsurope 11

69 refiningHdistanceHrestraintsHinHvorrOqyVHNaturedProtocolsTH2018THYaTHYcXa 18.8 11

68 toldingHγhenHpindingHvsHtoldingHγhroughHpindingHinH–acrocyclicHäeptideHwnhibitorsHofHvumanH
äancreaticH˛–UomylaseVHACSdChemicaldBiologyTH2019THYbTHYecYUYecg 4.9 10

67 svolutionHrescuesHfoldingHofHhumanHimmunodeficiencyHvirusUYHenvelopeHglycoproteinHuäYZXHlackingH
aHconservedHdisulfideHbondVHMoleculardBiologydofdthedCellTH2008THYgTHbeXeUYd 3.5 10

66 äΔOrwuYUcrystalhHaHwebUtoolHforHclassificationHofHbiologicalHinterfacesHinHproteinHcomplexesVH
BioinformaticsTH2019THacTHbfZYUbfZa 7.2 9

65 qoarseUgrainedHPhybridQHintegrativeHmodelingHofHbiomolecularHinteractionsVHComputationaldandd
StructuraldBiotechnologydJournalTH2020THYfTHYYfZUYYgX 6.8 9

64 oHcommunityHproposalHtoHintegrateHstructuralHbioinformaticsHactivitiesHinHszwXwΔHParUpioinfoH
qommunityQVHFvuuuResearchTH2020THgTH 3.6 9

63 wntegrativeHmodelingHofHmembraneUassociatedHproteinHassembliesVHNaturedCommunicationsTH2020TH
YYTHdZYX 17.4 9

(2020-2006)
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62 refiningHtheHlimitsHandHreliabilityHofHrigidUbodyHfittingHinHcryoUs–HmapsHusingHmultiUscaleHimageH
pyramidsVHJournaldofdStructuraldBiologyTH2016THYgcTHZcZUZcf 3.4 9

61 NaturalHhelixHgHmutantsHofHääoΔ˛‡HdifferentlyHaffectHitsHtranscriptionalHactivityVHMoleculard
MetabolismTH2019THZXTHYYcUYZe 8.8 9

60 äreventionHofHμ˛‡gμ˛·ZHγHqellHoctivationHbyHaHμ˛‡gμ˛·ZHγqΔHNanobodyVHJournaldofdImmunologyTH2017TH
YgfTHaXfUaYe 5.3 8

59 äerformanceHofHtheHWeN–ΔHqαUΔosettaaHwebHserverHinHqoαrUN–ΔVHJournaldofdBiomoleculardNMRTH
2015THdZTHbgeUcXZ 3 8

58
–olecularHdynamicsHcharacterizationHofHtheHconformationalHlandscapeHofHsmallHpeptideshHoHseriesHofH
handsUonHcollaborativeHpracticalHsessionsHforHundergraduateHstudentsVHBiochemistrydanddMoleculard
BiologydEducationTH2016THbbTHYdXUe

1.3 8

57 wnformationUdrivenHstructuralHmodellingHofHproteinUproteinHinteractionsVHMethodsdindMoleculard
BiologyTH2015THYZYcTHaggUbZb 1.4 7

56 tutureHopportunitiesHandHtrendsHforHeUinfrastructuresHandHlifeHscienceshHgoingHbeyondHtheHgridHtoH
enableHlifeHscienceHdataHanalysisVHFrontiersdindGeneticsTH2015THdTHYge 4.5 7

55 rirectHnuclearHOverhauserHeffectHrefinementHofHcrambinHfromHtwoUdimensionalHnmrHdataHusingHaH
slowUcoolingHannealingHprotocolVHBiopolymersTH1994THabTHagUcX 2.2 7

54 –appingHtheHqontactHαitesHofHtheHrivisionUwnitiatingHäroteinsHttsZHandHZapoHbyHpo–uHqrossUzinkingH
andHαiteUrirectedH–utagenesisVHInternationaldJournaldofdMoleculardSciencesTH2018THYgTH 6.3 7

53 odhesionWgrowthUregulatoryHgalectinshHinsightsHintoHtheirHligandHselectivityHusingHnaturalH
glycoproteinsHandHglycotopesVHAdvancesdindExperimentaldMedicinedanddBiologyTH2011THeXcTHYYeUbY 3.6 7

52 piologicalHvsVHqrystallographicHäroteinHwnterfaceshHonHOverviewHofHqomputationalHopproachesHforH
γheirHqlassificationVHCrystalsTH2020THYXTHYYb 2.3 6

51 γheHsolutionHstructureHofHtheHkallikreinUrelatedHpeptidasesHinhibitorHαäwNydVHBiochemicaldandd
BiophysicaldResearchdCommunicationsTH2016THbeYTHYXaUf 3.4 6

50
qombinationHofHombiguousHandHδnambiguousHrataHinHtheHΔestraintUdrivenHrockingHofHtlexibleH
äeptidesHwithHvorrOqyhHγheHpindingHofHtheHαpiderHγoxinHäcγxYHtoHtheHocidHαensingHwonHqhannelH
PoαwqQHYaVHJournaldofdChemicaldInformationdanddModelingTH2016THcdTHYZeUaf

6.1 6

49 rataUdrivenHrockinghHδsingHsxternalHwnformationHtoHαparkHtheHpiomolecularHΔendezUvousH2010THYfZUZXf 6

48
qouplingHenhancedHsamplingHofHtheHapoUreceptorHwithHtemplateUbasedHligandHconformersHselectionhH
performanceHinHposeHpredictionHinHtheHraΔHurandHqhallengeHbVHJournaldofdComputerrAideddMoleculard
DesignTH2020THabTHYbgUYdZ

4.2 6

47 onHoverviewHofHdataUdrivenHvorrOqyHstrategiesHinHqoäΔwHroundsHafUbcVHProteins:dStructurepd
FunctiondanddBioinformaticsTH2020THffTHYXZgUYXad 4.2 6

46 proopqUZhHäΔedictionHofHontipodyHcontactsHvZHandHitsHapplicationHtoHinformationUdrivenHdockingVH
BioinformaticsTH2020THadTHcYXeUcYXf 7.2 6

45 γheHstructuralHdetailsHofHtheHinteractionHofHsingleUstrandedHrNoHbindingHproteinHhααpZH
PNopäYWOptqZoQHwithHδμUdamagedHrNoVHProteins:dStructurepdFunctiondanddBioinformaticsTH2020THffTHaYgUaZd4.2 6
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44 äredictionHofHpiomolecularHqomplexesH2017THZdcUZgZ 5

43 αQδssZsUshHγheHOptimalHαolutionHforH–olecularHαimulationsHwithHäeriodicHpoundaryHqonditionsVH
JournaldofdChemicaldTheorydanddComputationTH2012THfTHadYfUZe 6.4 5

42 wnHsupportHofHtheHp–ΔpVHNaturedStructuraldanddMoleculardBiologyTH2012THYgTHfcbUdX 17.6 5

41 N–ΔHresonanceHassignmentsHofHNarsTHaHputativeHoräUribosylatingHtoxinHfromHNeisseriaH
meningitidisVHBiomoleculardNMRdAssignmentsTH2011THcTHacUf 0.7 5

40 recipheringHtheHroleHofHtheHelectrostaticHinteractionsHinHtheHalphaUtropomyosinHheadUtoUtailH
complexVHProteins:dStructurepdFunctiondanddBioinformaticsTH2008THeaTHgXZUYe 4.2 5

39 qrypticHpathogenUsugarHinteractionsHrevealedHbyHuniversalHsaturationHtransferHanalysis 5

38 NovelHwnsightsHintoHuuideHΔNoHcOUNucleosideWγideHpindingHbyHvumanHorgonauteHZVHInternationald
JournaldofdMoleculardSciencesTH2015THYeTH 6.3 5

37 αhapeUΔestrainedH–odelingHofHäroteinUαmallU–oleculeHqomplexesHwithHvighHombiguityHrrivenH
rOqyingVHJournaldofdChemicaldInformationdanddModelingTH2021THdYTHbfXeUbfYf 6.1 5

36 N–ΔUbasedHmodelingHandHrefinementHofHproteinHarHstructuresVHMethodsdindMoleculardBiologyTH2015TH
YZYcTHacYUfX 1.4 4

35 qharacterizationHofHnucleosomeHsedimentsHforHproteinHinteractionHstudiesHbyHsolidUstateHN–ΔH
spectroscopyVHMagneticdResonanceTH2021THZTHYfeUZXZ 2.9 4

34 wnsightsHintoHtheHrNoHcleavageHmechanismHofHhumanHzwNsUYHretrotransposonHendonucleaseVH
Proteins:dStructurepdFunctiondanddBioinformaticsTH2009THebTHgYeUZf 4.2 3

33 reepΔankhHaHdeepHlearningHframeworkHforHdataHminingHarHproteinUproteinHinterfacesVHNatured
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