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k Paper IF Citations

228
pLphospholipaseLqLfromLPseudomonasLaeruginosaLwithLactivityLtowardsLendogenousLphospholipidsL
affectsLbiofilmLassemblyZZLBiochimicafEtfBiophysicafActaftfMolecularfandfCellfBiologyfoffLipidsXL2022XL
`gefXL`dh`]`

5 1

227
rriticalLassessmentLofLstructureYbasedLapproachesLtoLimproveLproteinLresistanceLinLaqueousLionicL
liquidsLbyLenzymeYwideLsaturationLmutagenesisZZLComputationalfandfStructuralfBiotechnologyf
JournalXL2022XLa]XLbhhYc]h

6.8 2

226 MappingLtheLhelixLarrangementLofLtheLreconstitutedLtκβ`LethyleneLreceptorLtransmembraneL
domainLbyLtPβLspectroscopyZZLRSCfAdvancesXL2022XL`aXLfbdaYfbde 3.7 0

225 MolecularLModelingLandLγimulationsLofLs´pLandLβ´piLs´pzymeLasLaLModelLγystemZZLMethodsfinf
MolecularfBiologyXL2022XLacbhXL`dbY`f] 1.4 0

224 γtructuralXLmechanisticLandLphysiologicalLinsightsLintoLphospholipaseLpYmediatedLmembraneL
phospholipidLdegradationLinLZZLELifeXL2022XL``XL 8.9 1

223 uunctionalLandLstructuralLcharacterizationLofLinteractionsLbetweenLoppositeLsubunitsLinLwr´L
pacemakerLchannelsZZLCommunicationsfBiologyXL2022XLdXLcb] 6.7

222 κimeYresolvedLstructuralLanalysisLofLanLβ´pYcleavingLs´pLcatalystZZLNatureXL2021XL 50.4 7

221 κargetingLspectrinLredoxLswitchesLtoLregulateLtheLmechanopropertiesLofLredLbloodLcellsZLBiologicalf
ChemistryXL2021XLc]aXLb`fYbb` 4.5 2

220 γubstrateLpccessLMechanismLinLaL´ovelLMembraneYqoundLPhospholipaseLpLofLroncordantLwithL
γpecificityLandLβegioselectivityZLJournalfoffChemicalfInformationfandfModelingXL2021XLe`XLdeaeYdecb 6.1 0

219 κopPropertyiLβobustLMetapredictionLofLκransmembraneLandLvlobularLProteinLueaturesLUsingLseepL
´euralL´etworksZLJournalfoffChemicalfTheoryfandfComputationXL2021XL`fXLfag`Yfagh 6.4 0

218 uoamyLVirusesXLqetXLandLpPäqtrbLβestrictionZLVirusesXL2021XL`bXL 6.2 1

217 pllostericLsignalingLinLrYlinkerLandLcyclicLnucleotideYbindingLdomainLofLwr´aLchannelsZLBiophysicalf
JournalXL2021XL`a]XLhd]Yheb 2.9 1

216 βeactiveLMetabolitesLfromLκhiazoleYrontainingLsrugsiLαuantumLrhemicalLxnsightsLintoL
qiotransformationLandLκoxicityZLChemicalfResearchfinfToxicologyXL2021XLbcXL`d]bY`d`f 4 2

215 –iverLcellLhydrationLandLintegrinLsignalingZLBiologicalfChemistryXL2021XLc]aXL`]bbY`]cd 4.5 0

214 κheLmanyLfacetsLofLbileLacidsLinLtheLphysiologyLandLpathophysiologyLofLtheLhumanLliverZLBiologicalf
ChemistryXL2021XLc]aXL`]cfY`]ea 4.5 2

213 vlutamineLsynthetaseLasLaLcentralLelementLinLhepaticLglutamineLandLammoniaLmetabolismiLnovelL
aspectsZLBiologicalfChemistryXL2021XLc]aXL`]ebY`]fa 4.5 5

212 PromiscuousLtsterasesLrounterintuitivelyLpreL–essLulexibleLthanLγpecificLänesZLJournalfoffChemicalf
InformationfandfModelingXL2021XLe`XLabgbYabhd 6.1 2
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211 κopsomainiLtxhaustiveLProteinLsomainLqoundaryLMetapredictionLrombiningLMultisourceL
xnformationLandLseepL–earningZLJournalfoffChemicalfTheoryfandfComputationXL2021XL`fXLcdhhYce`b 6.4 1

210 tvidenceLforLaLcreditYcardYswipeLmechanismLinLtheLhumanLPrLfloppaseLpqrqcZLStructureXL2021XLahXL``ccY``ddZed5.2 1

209 pLpromiscuousLancestralLenzyme´·sLstructureLunveilsLproteinLvariableLregionsLofLtheLhighlyLdiverseL
metalloY˛†YlactamaseLfamilyZLCommunicationsfBiologyXL2021XLcXL`ba 6.7 4

208 κopγuiteLWebLγerveriLpLMetaYγuiteLforLseepY–earningYqasedLProteinLγtructureLandLαualityL
PredictionZLJournalfoffChemicalfInformationfandfModelingXL2021XLe`XLdcgYddb 6.1 5

207 c]LYearsLofLβesearchLonLPolybrominatedLsiphenylLtthersLTPqstsUYpLwistoricalLäverviewLandL
´ewestLsataLofLaLPromisingLpnticancerLsrugZLMoleculesXL2021XLaeXL 4.8 6

206 κhermodynamicLprofileLofLmutualLsubunitLcontrolLinLaLheteromericLreceptorZLProceedingsfoffthef
NationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaXL2021XL``gXL 11.5 1

205 sevelopmentLofLaLqiosensorLPlatformLforLPhenolicLrompoundsLUsingLaLκransitionL–igandLγtrategyZL
ACSfSyntheticfBiologyXL2021XL`]XLa]]aYa]`c 5.7 2

204 u[vLβegionLβigidityLisLxnverselyLrorrelatedLtoLγubstrateLPromiscuityLofLwumanLrYPLxsoformsL
xnvolvedLinLMetabolismZLJournalfoffChemicalfInformationfandfModelingXL2021XLe`XLc]abYc]b] 6.1 0

203 γtructureLandLeffluxLmechanismLofLtheLyeastLpleiotropicLdrugLresistanceLtransporterLPdrdZLNaturef
CommunicationsXL2021XL`aXLdadc 17.4 8

202 xnterdependenceLofLaLmechanosensitiveLanionLchannelLandLglutamateLreceptorsLinLdistalLwoundL
signalingZLSciencefAdvancesXL2021XLfXLeabgcahg 14.3 11

201
ranLconstraintLnetworkLanalysisLguideLtheLidentificationLphaseLofLznowVolutionnLpLcaseLstudyLonL
improvedLthermostabilityLofLanLendoY˛†YglucanaseZLComputationalfandfStructuralfBiotechnologyf
JournalXL2021XL`hXLfcbYfd`

6.8 3

200 pqueousLionicLliquidsLredistributeLlocalLenzymeLstabilityLviaLlongYrangeLperturbationLpathwaysZL
ComputationalfandfStructuralfBiotechnologyfJournalXL2021XL`hXLcacgYcaec 6.8 6

199 siscoveryLofLnewLacetylcholinesteraseLinhibitorsLforLplzheimerSsLdiseaseiLvirtualLscreeningLandL
characterisationZLJournalfoffEnzymefInhibitionfandfMedicinalfChemistryXL2021XLbeXLch`Yche 5.6 5

198 rumulativeLγubmillisecondLpllYptomLγimulationsLofLtheLκemperatureYxnducedLroilYtoYvlobuleL
κransitionLofLPolyT´YvinylcaprolactamULinLpqueousLγolutionZLMacromoleculesXL2020XLdbXLhfhbYhg`] 5.5 2

197 uluorophoreY–abeledLryclicL´ucleotidesLasLPotentLpgonistsLofLryclicL´ucleotideYβegulatedLxonL
rhannelsZLChemBioChemXL2020XLa`XLab``Yaba] 3.8 2

196 qindingLmodesLofLthioflavinLκLandLrongoLredLtoLtheLfibrilLstructureLofLamyloidY˛†T`YcaUZLChemicalf
CommunicationsXL2020XLdeXLfdghYfdha 5.8 10

195 MechanismLofLuullyLβeversibleXLpwYγensitiveLxnhibitionLofLwumanLvlutamineLγynthetaseLbyLκyrosineL
´itrationZLJournalfoffChemicalfTheoryfandfComputationXL2020XL`eXLcehcYcf]d 6.4 4

194 βesolvingLdynamicsLandLfunctionLofLtransientLstatesLinLsingleLenzymeLmoleculesZLNaturef
CommunicationsXL2020XL``XL`ab` 17.4 31

(2020-2021)
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193 pMqtβYsYtγLinLpMqtβiLxmplementationLofLfluorophoreLandLlinkerLparametersLintoLpmberκoolsZL
JournalfoffChemicalfPhysicsXL2020XL`daXLaa``]b 3.9 7

192 γtructuralLandLdynamicLinsightsLrevealingLhowLlipaseLbindingLdomainLMs`LofLPseudomonasL
aeruginosaLfoldaseLaffectsLlipaseLactivationZLScientificfReportsXL2020XL`]XLbdfg 4.9 6

191 pL´ovelLPolyesterLwydrolaseLuromLtheLMarineLqacteriumLγtructuralLandLuunctionalLxnsightsZL
FrontiersfinfMicrobiologyXL2020XL``XL``c 5.7 62

190 κopModeliLκemplateYqasedLProteinLγtructureLPredictionLatL–owLγequenceLxdentityLUsingLκopYsownL
ronsensusLandLseepL´euralL´etworksZLJournalfoffChemicalfTheoryfandfComputationXL2020XL`eXL`hdbY`hef6.4 14

189 κvβdLTvPqpβ`ULinLtheL–iverL2020XLageYahg

188 αuantitativeLassessmentLofLtheLdeterminantLstructuralLdifferencesLbetweenLredoxYactiveLandL
inactiveLglutaredoxinsZLNaturefCommunicationsXL2020XL``XL`fad 17.4 20

187 qileLpcidsLandLκvβdLTvpbar`ULγignalingL2020XLg`Y`]] 2

186 κheLMembraneYxntegratedLγtericLrhaperoneL–ifLuacilitatesLpctiveLγiteLäpeningLofLPseudomonasL
aeruginosaL–ipaseLpZLJournalfoffComputationalfChemistryXL2020XLc`XLd]]Yd`a 3.5 3

185 γystematicallyLγcrutinizingLtheLxmpactLofLγubstitutionLγitesLonLκhermostabilityLandLsetergentL
κoleranceLforL–ipaseLpZLJournalfoffChemicalfInformationfandfModelingXL2020XLe]XL`degY`dgc 6.1 9

184 simerizationLenergeticsLofLtheLvYproteinLcoupledLbileLacidLreceptorLκvβdLfromLallYatomL
simulationsZLJournalfoffComputationalfChemistryXL2020XLc`XLgfcYggc 3.5 3

183 –oopL`LofLpPäqtrbrLβegulatesLitsLpntiviralLpctivityLagainstLwxVY`ZLJournalfoffMolecularfBiologyXL
2020XLcbaXLea]]Yeaaf 6.5 7

182 γemisyntheticLpnalogsLofLtheLpntibioticLuidaxomicinYsesignXLγynthesisXLandLqiologicalLtvaluationZL
ACSfMedicinalfChemistryfLettersXL2020XL``XLac`cYaca] 4.3 5

181 putomatedLandLoptimallyLuβtκYassistedLstructuralLmodelingZLNaturefCommunicationsXL2020XL``XLdbhc 17.4 12

180 rharacterizationLofLtheLnucleotideYbindingLdomainL´sruLfromLtheLqcepqYtypeLpqrYtransporterL
´sruPLfromLtheLhumanLpathogenLγtreptococcusLagalactiaeZLScientificfReportsXL2020XL`]XL`da]g 4.9 4

179 rellLκypeYsependentLtscapeLofLrapsidLxnhibitorsLbyLγimianLxmmunodeficiencyLVirusLγxVcpzZLJournalf
offVirologyXL2020XLhcXL 6.6 2

178
κheLPuzzleLofLMetaboliteLtxchangeLandLxdentificationLofLPutativeLäctotricoLPeptideLβepeatL
txpressionLβegulatorsLinLtheL´ascentLPhotosyntheticLärganellesLofZLFrontiersfinfMicrobiologyXL2020XL
``XLe]f`ga

5.7 7

177 tvidenceLforLfunctionalLselectivityLinLκUsrYLandLnorUsrpYinducedLsignalLtransductionLviaL˛–˛†L
integrinLtowardsLcholeresisZLScientificfReportsXL2020XL`]XLdfhd 4.9 4

176 rYterminalLmodulatorsLofLheatLshockLproteinLofLh]LksaLTwγPh]UiLγtateLofLdevelopmentLandLmodesL
ofLactionZLBioorganicfandfMedicinalfChemistryXL2019XLafXL``d]g] 3.4 21
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175 γmallYmoleculeLinhibitorsLofLnisinLresistanceLproteinL´γβLfromLtheLhumanLpathogenLγtreptococcusL
agalactiaeZLBioorganicfandfMedicinalfChemistryXL2019XLafXL``d]fh 3.4 4

174 sesignXLsynthesisLandLbiologicalLevaluationLofL˛†YpeptoidYcappedLwsprLinhibitorsLwithL
antiYneuroblastomaLandLantiYglioblastomaLactivityZLMedChemCommXL2019XL`]XL``]hY```d 5 5

173 roYcultureLofLtheLfungusLwithLinducesLproductionLofLcrypticLnaphthoquinoneLdimersZZLRSCfAdvancesXL
2019XLhXL`ch`Y`d]] 3.7 27

172 ´ovelLuluorescentLryclicL´ucleotideLserivativesLtoLγtudyLr´vLandLwr´LrhannelLuunctionZL
BiophysicalfJournalXL2019XL``eXLac``Yacaa 2.9 5

171 PprzMä–YMemgeniLpLγimpleYκoYUseXLveneralizedLWorkflowLforLMembraneYProteinY–ipidYqilayerL
γystemLquildingZLJournalfoffChemicalfInformationfandfModelingXL2019XLdhXLadaaYadag 6.1 46

170 ´ovelLbXcYsihydroisocoumarinsLxnhibitLwumanLPYgpLandLqrβPLinLMultidrugLβesistantLκumorsLandL
semonstrateLγubstrateLxnhibitionLofLYeastLPdrdZLFrontiersfinfPharmacologyXL2019XL`]XLc]] 5.6 10

169 rosolventYtnhancedLγamplingLandLUnbiasedLxdentificationLofLrrypticLPocketsLγuitableLforL
γtructureYqasedLsrugLsesignZLJournalfoffChemicalfTheoryfandfComputationXL2019XL`dXLbbb`Ybbcb 6.4 14

168 ralciumYPromotedLxnteractionLbetweenLtheLraYsomainLProteinLtwq`LandLMetalLκransporterLxβκ`L
xnhibitsLprabidopsisLxronLpcquisitionZLPlantfPhysiologyXL2019XL`g]XL`decY`dg` 6.6 18

167 PhosphorylatedLtyrosineLhbLofLhepatitisLrLvirusLnonstructuralLproteinLdpLisLessentialLforLinteractionL
withLhostLcYγrcLandLefficientLviralLreplicationZLJournalfoffBiologicalfChemistryXL2019XLahcXLfbggYfc]a 5.4 4

166 ypzaLpZvdf`γLinLqYcellLprecursorLacuteLlymphoblasticLleukemiaiLaLsynergizingLgermlineL
susceptibilityZLLeukemiaXL2019XLbbXLabb`Yabbd 10.7 6

165 κheLtetrahydroxanthoneYdimerLphomoxanthoneLpLisLaLstrongLinducerLofLapoptosisLinL
cisplatinYresistantLsolidLcancerLcellsZLBioorganicfandfMedicinalfChemistryXL2019XLafXL``d]cc 3.4 7

164 uluorescentLanalogsLofLpeptoidYbasedLwsprLinhibitorsiLγynthesisXLbiologicalLactivityLandLcellularL
uptakeLkineticsZLBioorganicfandfMedicinalfChemistryXL2019XLafXL``d]bh 3.4 9

163 qiallelicLmutationLofLhumanLencodingLtheLtaurineLtransporterLκpUκLisLlinkedLtoLearlyLretinalL
degenerationZLFASEBfJournalXL2019XLbbXL``d]fY``daf 0.9 17

162 xsoformYspecificLxnhibitionLofL´YmethylYsYaspartateLβeceptorsLbyLqileLγaltsZLScientificfReportsXL2019XL
hXL`]]eg 4.9 5

161 XanthoneXLbenzophenoneLandLbianthroneLderivativesLfromLtheLhypersalineLlakeYderivedLfungusL
pspergillusLwentiiZLBioorganicfandfMedicinalfChemistryXL2019XLafXL``d]]d 3.4 3

160 PosttranslationalLModificationLofLtheL´psPYMalicLtnzymeLxnvolvedLinLrLPhotosynthesisLModulatesL
theLtnzymaticLpctivityLduringLtheLsayZLPlantfCellXL2019XLb`XLadadYadbh 11.6 7

159 γtructuralLModelLofLtheLtκβ`LtthyleneLβeceptorLκransmembraneLγensorLsomainZLScientificfReportsXL
2019XLhXLggeh 4.9 12

158 γurprisingL´onYpdditivityLofLMethylLvroupsLinLsrugYzinaseLxnteractionZLACSfChemicalfBiologyXL2019XL
`cXLadgdYadhc 4.9 8

(2019-2019)
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157 qasalLwistamineLwLβeceptorLpctivationiLpgonistLMimicryLbyLtheLsiphenylalanineLMotifZLChemistryftfAf
EuropeanfJournalXL2019XLadXL`ce`bY`ceac 4.8 7

156 PartiallyLinsertedLnascentLchainLunzipsLtheLlateralLgateLofLtheLγecLtransloconZLEMBOfReportsXL2019XL
a]XLecg`h` 6.5 22

155
PseudomonasLaeruginosaLesteraseLPpahchXLaLbacterialLhomologLofLtheLhumanLmembraneLesteraseL
pqwseiLexpressionXLpurificationLandLcrystallizationZLActafCrystallographicafSectionfFsfStructuralf
BiologyfCommunicationsXL2019XLfdXLaf]Yaff

1.1 5

154 YmodifiedLcpMPLderivativesLthatLactivateLproteinLkinaseLpLalsoLactLasLfullLagonistsLofLmurineLwr´aL
channelsZLJournalfoffBiologicalfChemistryXL2019XLahcXL`fhfgY`fhgf 5.4

153 γynthesisLofLPeptoidYqasedLrlassLxYγelectiveLwistoneLseacetylaseLxnhibitorsLwithLrhemosensitizingL
PropertiesZLJournalfoffMedicinalfChemistryXL2019XLeaXL``ae]Y``afh 8.3 16

152 ´utrientLexchangeLinLarbuscularLmycorrhizalLsymbiosisLfromLaLthermodynamicLpointLofLviewZLNewf
PhytologistXL2019XLaaaXL`]cbY`]db 9.8 12

151 uzd]eLβesistanceLofLPdrdLandLrdr`LxnvolvesLMutationsLinLtheLκransmembraneLsomainsLandL
txtracellularL–oopsZLAntimicrobialfAgentsfandfChemotherapyXL2019XLebXL 5.9 13

150 ronvergingLaLznowledgeYqasedLγcoringLuunctioniLsrugγcoreZLJournalfoffChemicalfInformationfandf
ModelingXL2019XLdhXLd]hYda` 6.1 28

149 κheLhumanLplateletLantigenY`bLTProULvariantLofL˛–˛†LallostericallyLshiftsLtheLdynamicLconformationalL
equilibriumLofLthisLintegrinLtowardLtheLactiveLstateZLJournalfoffBiologicalfChemistryXL2018XLahbXLcgb]Ycgcc5.4 3

148 βecognitionLmotifLandLmechanismLofLripeningLinhibitoryLpeptidesLinLplantLhormoneLreceptorLtκβ`ZL
ScientificfReportsXL2018XLgXLbgh] 4.9 17

147 xdentificationLofLaLronservedLxnterfaceLofLwumanLxmmunodeficiencyLVirusLκypeL`LandLuelineL
xmmunodeficiencyLVirusLVifsLwithLrullinLdZLJournalfoffVirologyXL2018XLhaXL 6.6 7

146 tffectsLofLnovelLwsprLinhibitorsLonLurothelialLcarcinomaLcellsZLClinicalfEpigeneticsXL2018XL`]XL`]] 7.7 38

145 änLtheLtffectsLofLβeactiveLäxygenLγpeciesLandL´itricLäxideLonLβedLqloodLrellLseformabilityZL
FrontiersfinfPhysiologyXL2018XLhXLbba 4.6 54

144 κargetingLwγPh]LdimerizationLviaLtheLrLterminusLisLeffectiveLinLimatinibYresistantLrM–LandLlacksLtheL
heatLshockLresponseZLBloodXL2018XL`baXLb]fYba] 2.2 37

143 änLtheLcontributingLroleLofLtheLtransmembraneLdomainLforLsubunitYspecificLsensitivityLofLintegrinL
activationZLScientificfReportsXL2018XLgXLdfbb 4.9 12

142 ´ovelLβecurrentLvermlineLypzaLvdf`γLVariantLinLrhildhoodLpcuteLqY–ymphoblasticL–eukemiaiLpL
soubleLwitLäneLPathwayLγcenarioZLBloodXL2018XL`baXLbgfYbgf 2.2 3

141 κherapeuticLκargetingLofLwγPh]LinLpM–LandLp––ZLBloodXL2018XL`baXLceg]Yceg] 2.2

140 γystematicLanalysisLofLpκv`bLdomainLrequirementsLforLautophagyLinductionZLAutophagyXL2018XL`cXLfcbYfeb10.2 28
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139 rhlorflavoninLκargetsLpcetohydroxyacidLγynthaseLratalyticLγubunitLxlvq`LforLγynergisticLzillingLofL
MycobacteriumLtuberculosisZLACSfInfectiousfDiseasesXL2018XLcXL`abY`bc 5.5 13

138 wydrophobicLalkylLchainsLsubstitutedLtoLtheLgYpositionLofLcyclicLnucleotidesLenhanceLactivationLofL
r´vLandLwr´LchannelsLbyLanLintricateLenthalpyLYLentropyLcompensationZLScientificfReportsXL2018XLgXL`che]4.9 6

137 κopγcoreiLUsingLseepL´euralL´etworksLandL–argeLsiverseLsataLγetsLforLpccurateLProteinLModelL
αualityLpssessmentZLJournalfoffChemicalfTheoryfandfComputationXL2018XL`cXLe``fYe`ae 6.4 18

136 xnteractionLofLächratoxinLpLandLxtsLκhermalLsegradationLProductLaSYächratoxinLpLwithLwumanL
γerumLplbuminZLToxinsXL2018XL`]XL 4.9 17

135 βelevanceLofL´YterminalLresiduesLforLamyloidY˛†LbindingLtoLplateletLintegrinL˛–˛†XLintegrinLoutsideYinL
signalingLandLamyloidY˛†LfibrilLformationZLCellularfSignallingXL2018XLd]XL`a`Y`b] 4.9 10

134 tfficientLppproximationLofL–igandLβotationalLandLκranslationalLtntropyLrhangesLuponLqindingLforL
UseLinLMMYPqγpLralculationsZLJournalfoffChemicalfInformationfandfModelingXL2017XLdfXL`f]Y`gh 6.1 31

133 ˛–YpminoxyLPeptoidsiLpLUniqueLPeptoidLqackboneLwithLaLPreferenceLforLcisYpmideLqondsZLChemistryf
tfAfEuropeanfJournalXL2017XLabXLbehhYbf]f 4.8 4

132 γuppressionLofLβU´X`[tκäLoncogenicLactivityLbyLaLsmallLmoleculeLinhibitorLofLtetramerizationZL
HaematologicaXL2017XL`]aXLe`f]Ye`fc 6.6 8

131 βigidityLtheoryLforLbiomoleculesiLconceptsXLsoftwareXLandLapplicationsZLWileyfInterdisciplinaryf
Reviews:fComputationalfMolecularfScienceXL2017XLfXLe`b`` 7.9 21

130 sesignXLMulticomponentLγynthesisXLandLpnticancerLpctivityLofLaLuocusedLwistoneLseacetylaseL
TwsprULxnhibitorL–ibraryLwithLPeptoidYqasedLrapLvroupsZLJournalfoffMedicinalfChemistryXL2017XLe]XLdchbYdd]e8.3 22

129 γtructuralLintermediatesLandLdirectionalityLofLtheLswivelingLmotionLofLPyruvateLPhosphateL
sikinaseZLScientificfReportsXL2017XLfXLcdbgh 4.9 11

128 βigidityLκheoryYqasedLppproximationLofLVibrationalLtntropyLrhangesLuponLqindingLtoL
qiomoleculesZLJournalfoffChemicalfTheoryfandfComputationXL2017XL`bXL`chdY`d]a 6.4 14

127 wumanLβpsdaLYLaLnovelLplayerLinLs´pLrepairLinLcancerLandLimmunodeficiencyZLHaematologicaXL2017XL
`]aXLeehYefa 6.6 4

126 κertiaryLxnteractionsLinLtheLUnboundLvuanineYγensingLβiboswitchLuocusLuunctionalLronformationalL
VariabilityLonLtheLqindingLγiteZLJournalfoffChemicalfInformationfandfModelingXL2017XLdfXLagaaYagba 6.1 1

125 PyrazolidineYbXdYdioneYbasedLinhibitorsLofLphosphoenolpyruvateLcarboxylaseLasLaLnewLclassLofL
potentialLrLplantLherbicidesZLFEBSfLettersXL2017XLdh`XLbbehYbbff 3.8 1

124 änLtheLpotentialLalternateLbindingLchangeLmechanismLinLaLdimericLstructureLofLPyruvateLPhosphateL
sikinaseZLScientificfReportsXL2017XLfXLg]a] 4.9 5

123 γequencingLofLuxr`XLqγtPLandLMsβbLinLaLlargeLcohortLofLpatientsLwithLcholestasisLrevealedLaLhighL
numberLofLdifferentLgeneticLvariantsZLJournalfoffHepatologyXL2017XLefXL`adbY`aec 13.4 68

122 roverLxmageXLVolumeLfXLxssueLcZLWileyfInterdisciplinaryfReviews:fComputationalfMolecularfScienceXL
2017XLfXLe`bac 7.9

(2017-2018)
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121 tnsembleYLandLβigidityLκheoryYqasedLPerturbationLppproachLκoLpnalyzeLsynamicLpllosteryZLJournalf
offChemicalfTheoryfandfComputationXL2017XL`bXLebcbYebdf 6.4 20

120 γtructuralLfeaturesLofLupP`fcXLaLMYrqPY`LorthologueLfromLrhlamydomonasLreinhardtiiXLrevealedL
byLcomputationalLandLexperimentalLanalysesZLRSCfAdvancesXL2017XLfXLd`bh`Yd`c]a 3.7 1

119 plkoxyureaYqasedLwistoneLseacetylaseLxnhibitorsLxncreaseLrisplatinLPotencyLinLrhemoresistantL
rancerLrellL–inesZLJournalfoffMedicinalfChemistryXL2017XLe]XLdbbcYdbcg 8.3 31

118 rontributionLofLsingleLaminoLacidLandLcodonLsubstitutionsLtoLtheLproductionLandLsecretionLofLaL
lipaseLbyLqacillusLsubtilisZLMicrobialfCellfFactoriesXL2017XL`eXL`e] 6.4 13

117 tsκpLaggregatesLinduceLγYPβäLorangeYbasedLfluorescenceLinLthermalLshiftLassayZLPLoSfONEXL2017XL
`aXLe]`ff]ac 3.7 12

116 –igandYmediatedLandLtertiaryLinteractionsLcooperativelyLstabilizeLtheLP`LregionLinLtheL
guanineYsensingLriboswitchZLPLoSfONEXL2017XL`aXLe]`fhaf` 3.7 4

115 κradingLoffLstabilityLagainstLactivityLinLextremophilicLaldolasesZLScientificfReportsXL2016XLeXL`fh]g 4.9 39

114 γtructuralLassembliesLofLtheLdiYLandLoligomericLvYproteinLcoupledLreceptorLκvβdLinLliveLcellsiLanL
MuxγYuβtκLandLintegrativeLmodellingLstudyZLScientificfReportsXL2016XLeXLbefha 4.9 17

113 uailureLofLtheLxspLinLuβtκLγystemsLatLrloseLxnterYsyeLsistancesLxsLModeratedLbyLurequentL–owL˛”TaUL
ValuesZLJournalfoffPhysicalfChemistryfBXL2016XL`a]XLggcdYea 3.4 12

112 PlateletsLcontributeLtoLamyloidY˛†LaggregationLinLcerebralLvesselsLthroughLintegrinL˛–xxb˛†bYinducedL
outsideYinLsignalingLandLclusterinLreleaseZLSciencefSignalingXL2016XLhXLrada 8.8 56

111 γtructuralLbasisLofLlantibioticLrecognitionLbyLtheLnisinLresistanceLproteinLfromLγtreptococcusL
agalactiaeZLScientificfReportsXL2016XLeXL`gefh 4.9 31

110 sesignLandLbiologicalLtestingLofLpeptidicLdimerizationLinhibitorsLofLhumanLwsph]LthatLtargetLtheL
rYterminalLdomainZLBiochimicafEtfBiophysicafActaftfGeneralfSubjectsXL2016XL`ge]XL`]cbYdd 4 13

109
xnterpretingLκhermodynamicLProfilesLofLpminoadamantaneLrompoundsLxnhibitingLtheLMaLProtonL
rhannelLofLxnfluenzaLpLbyLureeLtnergyLralculationsZLJournalfoffChemicalfInformationfandfModelingXL
2016XLdeXL``]Yae

6.1 18

108 sesignLandLsynthesisLofLnovelLYYshapedLbarbituricLacidLderivativesLasLPPpβ˛‡LactivatorsZLEuropeanf
JournalfoffMedicinalfChemistryXL2016XL`]gXLcabYcbd 6.8 17

107 ppplicationLofLβigidityLκheoryLtoLtheLκhermostabilizationLofL–ipaseLpLfromLqacillusLsubtilisZLPLoSf
ComputationalfBiologyXL2016XL`aXLe`]]cfdc 5 35

106 βedesigningLpldolaseLγtereoselectivityLbyLwomologousLvraftingZLPLoSfONEXL2016XL``XLe]`dedad 3.7 5

105 MolecularLMechanismsLofLvlutamineLγynthetaseLMutationsLthatL–eadLtoLrlinicallyLβelevantL
PathologiesZLPLoSfComputationalfBiologyXL2016XL`aXLe`]]cehb 5 20

104 γtructureLofLtheLβesponseLβegulatorL´srβLfromLγtreptococcusLagalactiaeXLWhichLxsLxnvolvedLinL
–antibioticLβesistanceZLPLoSfONEXL2016XL``XLe]`chh]b 3.7 10
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103 seterminantsLofLuxVLandLwxVLVifLsensitivityLofLfelineLpPäqtrbLrestrictionLfactorsZLRetrovirologyXL
2016XL`bXLce 3.6 17

102 αuantitativeLuβtκLstudiesLandLintegrativeLmodelingLunravelLtheLstructureLandLdynamicsLofL
biomolecularLsystemsZLCurrentfOpinionfinfStructuralfBiologyXL2016XLc]XL`ebY`gd 8.1 102

101
plchemicalLureeLtnergyLralculationsLandLxsothermalLκitrationLralorimetryLMeasurementsLofL
pminoadamantanesLqoundLtoLtheLrlosedLγtateLofLxnfluenzaLp[MaκMZLJournalfoffChemicalf
InformationfandfModelingXL2016XLdeXLgeaYfe

6.1 18

100 ˛–YpminoxyLäligopeptidesiLγynthesisXLγecondaryLγtructureXLandLrytotoxicityLofLaL´ewLrlassLofL
pnticancerLuoldamersZLChemistryftfAfEuropeanfJournalXL2016XLaaXL`fe]]Y`fe`` 4.8 12

99 γynthesisXLqiologicalLtvaluationLandLMolecularLModelingLofLγubstitutedLxndeno[`XaYb]indolesLasL
xnhibitorsLofLwumanLProteinLzinaseLrzaZLPharmaceuticalsXL2015XLgXLafhYb]a 5.2 25

98 Visualr´piLaLvUxLforLinteractiveLconstraintLnetworkLanalysisLandLproteinLengineeringLforLimprovingL
thermostabilityZLBioinformaticsXL2015XLb`XLabhcYe 7.2 10

97 MutationalLmappingLofLtheLtransmembraneLbindingLsiteLofLtheLvYproteinLcoupledLreceptorLκvβdL
andLbindingLmodeLpredictionLofLκvβdLagonistsZLEuropeanfJournalfoffMedicinalfChemistryXL2015XL`]cXLdfYfa6.8 22

96 κoolkitLforLMultiYronformationLqiomolecularLγtructureLseterminationLbyLwighYPrecisionLuβtκLandL
MolecularLγimulationsZLBiophysicalfJournalXL2015XL`]gXL`ebaY`eca 2.9

95 romplexLlongYdistanceLeffectsLofLmutationsLthatLconferLlinezolidLresistanceLinLtheLlargeLribosomalL
subunitZLNucleicfAcidsfResearchXL2015XLcbXLffb`Ycb 20.1 5

94 txtensionLofLtheLfreeLenergyLworkflowLutWLtowardsLimplicitLsolvent[implicitLmembraneLMMYPqγpL
calculationsZLBiochimicafEtfBiophysicafActaftfGeneralfSubjectsXL2015XL`gd]XLhfaYhga 4 15

93 uorceLfieldLdependenceLofLriboswitchLdynamicsZLMethodsfinfEnzymologyXL2015XLddbXL`ebYh` 1.7 5

92 sesignXLsynthesisXLandLbiologicalLevaluationLofLsimplifiedLsideLchainLhybridsLofLtheLpotentLactinL
bindingLpolyketidesLrhizopodinLandLbistramideZLChemMedChemXL2015XL`]XLcf]Ygh 3.7 10

91 γtructuralLβigidityLandLProteinLκhermostabilityLinLVariantsLofL–ipaseLpLfromLqacillusLsubtilisZLPLoSf
ONEXL2015XL`]XLe]`b]agh 3.7 46

90
MolecularLdynamicsLsimulationsLandLstructureYguidedLmutagenesisLprovideLinsightLintoLtheL
architectureLofLtheLcatalyticLcoreLofLtheLectoineLhydroxylaseZLJournalfoffMolecularfBiologyXL2014XL
caeXLdgeYe]]

6.5 39

89 αualityLmattersiLextensionLofLclustersLofLresiduesLwithLgoodLhydrophobicLcontactsLstabilizeL
ThyperUthermophilicLproteinsZLJournalfoffChemicalfInformationfandfModelingXL2014XLdcXLbddYe` 6.1 10

88 pLmembraneYproximalXLrYterminalL˛–YhelixLisLrequiredLforLplasmaLmembraneLlocalizationLandL
functionLofLtheLvLProteinYcoupledLreceptorLTvPrβULκvβdZLJournalfoffBiologicalfChemistryXL2014XLaghXLbeghYf]a5.4 13

87 qindingLureeLtnergyLralculationsLforL–eadLäptimizationiLpssessmentLofLκheirLpccuracyLinLanL
xndustrialLsrugLsesignLrontextZLJournalfoffChemicalfTheoryfandfComputationXL2014XL`]XLbbb`Ycc 6.4 104

86 sesignXLsynthesisXLandLconformationalLanalysisLofLtrispyrimidonamidesLasL˛–YhelixLmimeticsZLJournalf
offOrganicfChemistryXL2014XLfhXL`dgaYhb 4.2 3

(2014-2016)
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85 srugγcorePPxLknowledgeYbasedLpotentialsLusedLasLscoringLandLobjectiveLfunctionLinL
proteinYproteinLdockingZLPLoSfONEXL2014XLhXLeghcee 3.7 17

84 βesolvingLhotLspotsLinLtheLrYterminalLdimerizationLdomainLthatLdetermineLtheLstabilityLofLtheL
molecularLchaperoneLwsph]ZLPLoSfONEXL2014XLhXLehe]b` 3.7 21

83 tfficientLandLrobustLanalysisLofLbiomacromolecularLflexibilityLusingLensemblesLofLnetworkL
topologiesLbasedLonLfuzzyLnoncovalentLconstraintsZLStructureXL2013XLa`XL`fadYbc 5.2 17

82
uromLdeterminantsLofLβU´X`[tκäLtetramerizationLtoLsmallYmoleculeLproteinYproteinLinteractionL
inhibitorsLtargetingLacuteLmyeloidLleukemiaZLJournalfoffChemicalfInformationfandfModelingXL2013XL
dbXLa`hfYa]a

6.1 16

81 Proteinstabilitˆ⁄tLwebbasiertLanalysierenZLNachrichtenfAusfDerfChemieXL2013XLe`XLh]hYh`` 0.1

80 qindingLregionLofLalanopineLdehydrogenaseLpredictedLbyLunbiasedLmolecularLdynamicsLsimulationsL
ofLligandLdiffusionZLJournalfoffChemicalfInformationfandfModelingXL2013XLdbXLachbYg 6.1 20

79 r´pLwebLserveriLrigidityLtheoryYbasedLthermalLunfoldingLsimulationsLofLproteinsLforLlinkingL
structureXLTthermoYUstabilityXLandLfunctionZLNucleicfAcidsfResearchXL2013XLc`XLWbc]Yg 20.1 97

78 utWiLaLworkflowLtoolLforLfreeLenergyLcalculationsLofLligandLbindingZLJournalfoffComputationalf
ChemistryXL2013XLbcXLhedYfb 3.5 73

77
wistoneLdeacetylaseLTwsprULinhibitorsLwithLaLnovelLconnectingLunitLlinkerLregionLrevealLaLselectivityL
profileLforLwsprcLandLwsprdLwithLimprovedLactivityLagainstLchemoresistantLcancerLcellsZLJournalf
offMedicinalfChemistryXL2013XLdeXLcafYbe

8.3 116

76
ronstraintL´etworkLpnalysisLTr´pUiLaLPythonLsoftwareLpackageLforLefficientlyLlinkingL
biomacromolecularLstructureXLflexibilityXLTthermoYUstabilityXLandLfunctionZLJournalfoffChemicalf
InformationfandfModelingXL2013XLdbXL`]]fY`d

6.1 56

75 vlobalLandLlocalLindicesLforLcharacterizingLbiomolecularLflexibilityLandLrigidityZLJournalfoff
ComputationalfChemistryXL2013XLbcXLaa]Ybb 3.5 33

74 ˛–dL˛†`YintegrinsLareLsensorsLforLtauroursodeoxycholicLacidLinLhepatocytesZLHepatologyXL2013XLdfXL```fYah 11.2 56

73 seterminantsLofLtheLspeciesLselectivityLofLoxazolidinoneLantibioticsLtargetingLtheLlargeLribosomalL
subunitZLBiologicalfChemistryXL2013XLbhcXL`dahYc` 4.5 13

72 pdvancesLinLmolecularLdynamicsLsimulationsLandLfreeYenergyLcalculationsLrelevantLforLdrugLdesignL
2013XLd]Yeb 4

71 soubleYstrandLs´pLendYbindingLandLslidingLofLtheLtoroidalLrβxγPβYassociatedLproteinLrsnaZLNucleicf
AcidsfResearchXL2013XLc`XLebcfYdh 20.1 37

70 xnfluenceLofLtheLsolventLrepresentationLonLvibrationalLentropyLcalculationsiLgeneralizedLbornL
versusLdistanceYdependentLdielectricLmodelZLJournalfoffComputationalfChemistryXL2012XLbbXL`]]cY`b 3.5 15

69 pLtoolkitLandLbenchmarkLstudyLforLuβtκYrestrainedLhighYprecisionLstructuralLmodelingZLNaturef
MethodsXL2012XLhXL`a`gYad 21.6 296

68 γtructureYbasedLcomputationalLanalysisLofLproteinLbindingLsitesLforLfunctionLandLdruggabilityL
predictionZLJournalfoffBiotechnologyXL2012XL`dhXL`abYbc 3.7 82
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67 κhermostabilizingLmutationsLpreferentiallyLoccurLatLstructuralLweakLspotsLwithLaLhighLmutationL
ratioZLJournalfoffBiotechnologyXL2012XL`dhXL`bdYcc 3.7 36

66 UnderstandingLtheLinhibitoryLeffectLofLhighlyLpotentLandLselectiveLarchazolidesLbindingLtoLtheL
vacuolarLpκPaseZLJournalfoffChemicalfInformationfandfModelingXL2012XLdaXLaaedYfa 6.1 18

65 plignmentYindependentLcomparisonLofLbindingLsitesLbasedLonLsrugγcoreLpotentialLfieldsLencodedL
byLbsLZernikeLdescriptorsZLJournalfoffChemicalfInformationfandfModelingXL2012XLdaXLabbhYcf 6.1 3

64 κheLcrystalLstructureLofLtheLrβxγPβYassociatedLproteinLrsnaLfromLγtreptococcusLagalactiaeZLJournalf
offStructuralfBiologyXL2012XL`fgXLbd]Yea 3.4 21

63 wowLgoodLareLstateYofYtheYartLdockingLtoolsLinLpredictingLligandLbindingLmodesLinLproteinYproteinL
interfacesnZLJournalfoffChemicalfInformationfandfModelingXL2012XLdaXLag]fY`` 6.1 27

62 uromLwanschYuujitaLpnalysisLtoLpuMoriLpLβoadLtoLγtructureYqasedLαγpβZLMolecularfInformaticsXL
2012XLb`XLehgYf]c 3.8 1

61 wotLspotsLandLtransientLpocketsiLpredictingLtheLdeterminantsLofLsmallYmoleculeLbindingLtoLaL
proteinYproteinLinterfaceZLJournalfoffChemicalfInformationfandfModelingXL2012XLdaXL`a]Ybb 6.1 106

60 γcoringLuunctionsLforLProteinâ��–igandLxnteractionsL2012XLabfYaeb 9

59 ureeLtnergyLralculationsLbyLtheLMolecularLMechanicsLPoissonYqoltzmannLγurfaceLpreaLMethodZL
MolecularfInformaticsXL2012XLb`XL``cYaa 3.8 563

58 ModularLγolidYPhaseLγynthesisLofLκeroxazolesLasLaLrlassLofL˛–YwelixLMimeticsZLEuropeanfJournalfoff
OrganicfChemistryXL2012XLa]`aXLbaf]Ybaff 3.2 9

57 MMPqγpZpyiLpnLtfficientLProgramLforLtndYγtateLureeLtnergyLralculationsZLJournalfoffChemicalf
TheoryfandfComputationXL2012XLgXLbb`cYa` 6.4 1807

56 βesolvingLtheLnegativeLpotentialLsideLTnYsideULwaterYaccessibleLprotonLpathwayLofLuYtypeLpκPL
synthaseLbyLmolecularLdynamicsLsimulationsZLJournalfoffBiologicalfChemistryXL2012XLagfXLbedbeYcb 5.4 13

55 ´MγimLwebLserveriLintegratedLapproachLforLnormalLmodeYbasedLgeometricLsimulationsLofL
biologicallyLrelevantLconformationalLtransitionsLinLproteinsZLNucleicfAcidsfResearchXL2012XLc]XLWb`]Ye 20.1 64

54 ModulatingLproteinYproteinLinteractionsiLfromLstructuralLdeterminantsLofLbindingLtoLdruggabilityL
predictionLtoLapplicationZLCurrentfPharmaceuticalfDesignXL2012XL`gXLceb]Ycf 3.3 47

53 ulexibilityLanalysisLofLbiomacromoleculesLwithLapplicationLtoLcomputerYaidedLdrugLdesignZLMethodsf
infMolecularfBiologyXL2012XLg`hXLfdYh` 1.4 4

52 γtaticsLofLqiomacromoleculesL2011XLag`Yahh 2

51 ProteinYProteinYxnteraktionenLwebbasiertLanalysierenZLNachrichtenfAusfDerfChemieXL2011XLdhXLccYcd 0.1 1

50 pLnormalLmodeYbasedLgeometricLsimulationLapproachLforLexploringLbiologicallyLrelevantL
conformationalLtransitionsLinLproteinsZLJournalfoffChemicalfInformationfandfModelingXL2011XLd`XL`e]cYaa 6.1 53

(2011-2012)
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49 PocketYspaceLmapsLtoLidentifyLnovelLbindingYsiteLconformationsLinLproteinsZLJournalfoffChemicalf
InformationfandfModelingXL2011XLd`XLaeeeYfh 6.1 37

48 prg`chLisLinvolvedLinLswitchingLtheLlowLaffinityXLopenLstateLofLtheLbindingLproteinLpfProXLintoLitsL
highLaffinityXLclosedLstateZLJournalfoffMolecularfBiologyXL2011XLc``XLbeYda 6.5 22

47 κowardsLtargetingLproteinYproteinLinterfacesLwithLsmallLmoleculesZLJournalfoffCheminformaticsXL
2011XLbXL 8.6 78

46 ProteinLrigidityLandLthermophilicLadaptationZLProteins:fStructuresfFunctionfandfBioinformaticsXL2011XL
fhXL`]ghY`]g 4.2 104

45 κargetLulexibilityLinLβ´pY–igandLsockingLModeledLbyLtlasticLPotentialLvridsZLACSfMedicinalf
ChemistryfLettersXL2011XLaXLcghYhb 4.3 19

44 srugγcorePPxLwebserveriLfastLandLaccurateLinLsilicoLalanineLscanningLforLscoringLproteinYproteinL
interactionsZLNucleicfAcidsfResearchXL2010XLbgXLWcg]Ye 20.1 118

43 pctivationLofLintegrinsLbyLureaLinLperfusedLratLliverZLJournalfoffBiologicalfChemistryXL2010XLagdXLahbcgYde 5.4 13

42 promaticL´LversusLaromaticLuiLbioisosterismLdiscoveredLinLβ´pLbaseLpairingLinteractionsLleadsLtoLaL
novelLclassLofLuniversalLbaseLanalogsZLNucleicfAcidsfResearchXL2010XLbgXLb`bbYce 20.1 35

41
wxVY`LκpβLβ´pLspontaneouslyLundergoesLrelevantLapoYtoYholoLconformationalLtransitionsLinL
molecularLdynamicsLandLconstrainedLgeometricalLsimulationsZLJournalfoffChemicalfInformationfandf
ModelingXL2010XLd]XL`cghYd]`

6.1 28

40 MolecularLrecognitionLofLβ´piLchallengesLforLmodellingLinteractionsLandLplasticityZLJournalfoff
MolecularfRecognitionXL2010XLabXLaa]Yb` 2.6 69

39 ProteinLulexibilityLinLxnLγilicoLγcreeningL2010XLgefYggf

38 simerYtetramerLtransitionLcontrolsLβU´X`[tκäLleukemogenicLactivityZLBloodXL2010XL``eXLe]bY`b 2.2 35

37 –argeYscaleLcomparisonLofLproteinLessentialLdynamicsLfromLmolecularLdynamicsLsimulationsLandL
coarseYgrainedLnormalLmodeLanalysesZLProteins:fStructuresfFunctionfandfBioinformaticsXL2010XLfgXLbbc`Yda4.2 42

36 tlasticLpotentialLgridsiLaccurateLandLefficientLrepresentationLofLintermolecularLinteractionsLforLfullyL
flexibleLdockingZLChemMedChemXL2009XLcXL`aecYg 3.7 26

35 γteeringLproteinYligandLdockingLwithLquantitativeL´MβLchemicalLshiftLperturbationsZLJournalfoff
ChemicalfInformationfandfModelingXL2009XLchXLaae]Yf` 6.1 32

34 ronstraintLcountingLonLβ´pLstructuresiLlinkingLflexibilityLandLfunctionZLMethodsXL2009XLchXL`g`Yg 4.6 25

33 γtaticsLofLtheLribosomalLexitLtunneliLimplicationsLforLcotranslationalLpeptideLfoldingXLelongationL
regulationXLandLantibioticsLbindingZLJournalfoffMolecularfBiologyXL2009XLbgfXLd]aY`f 6.5 60

32 pnalyzingLtheLflexibilityLofLβ´pLstructuresLbyLconstraintLcountingZLBiophysicalfJournalXL2008XLhcXLca]aY`h2.9 40

Holger Gohlke

12



31 γtartingLstructureLdependenceLofL´MβLorderLparametersLderivedLfromLMsLsimulationsiL
implicationsLforLjudgingLforceYfieldLqualityZLBiophysicalfJournalXL2008XLhdXL–]cYe 2.9 33

30 κargetLflexibilityiLanLemergingLconsiderationLinLdrugLdiscoveryLandLdesignZLJournalfoffMedicinalf
ChemistryXL2008XLd`XLeabfYdd 8.3 244

29 PredictingLtransmembraneLhelixLpairLconfigurationsLwithLknowledgeYbasedLdistanceYdependentL
pairLpotentialsZLProteins:fStructuresfFunctionfandfBioinformaticsXL2008XLf]XLhgcYhh 4.2 7

28 seterminantsLofLtheLunexpectedLstabilityLofLβ´pLfluorobenzeneLselfLpairsZLChemBioChemXL2008XLhXLae`hYaa3.8 36

27 srugγcoreβ´pYYknowledgeYbasedLscoringLfunctionLtoLpredictLβ´pYligandLinteractionsZLJournalfoff
ChemicalfInformationfandfModelingXL2007XLcfXL`gegYfe 6.1 78

26
ronsensusLadaptationLofLfieldsLforLmolecularLcomparisonLTpuMorULmodelsLincorporateLligandLandL
receptorLconformationalLvariabilityLintoLtailorYmadeLscoringLfunctionsZLJournalfoffChemicalf
InformationfandfModelingXL2007XLcfXLabgbYc]]

6.1 15

25
γtructureLofLpquifexLaeolicusLargonauteLhighlightsLconformationalLflexibilityLofLtheLPpZLdomainLasL
aLpotentialLregulatorLofLβ´pYinducedLsilencingLcomplexLfunctionZLJournalfoffBiologicalfChemistryXL
2007XLagaXL`bgacYba

5.4 41

24 κargetingLproteinYproteinLinteractionsLwithLsmallLmoleculesiLchallengesLandLperspectivesLforL
computationalLbindingLepitopeLdetectionLandLligandLfindingZLCurrentfMedicinalfChemistryXL2006XL`bXLae]fYad4.3 144

23 pLnaturalLcoarseLgrainingLforLsimulatingLlargeLbiomolecularLmotionZLBiophysicalfJournalXL2006XLh`XLa``dYa]2.9 123

22 MultiscaleLmodelingLofLmacromolecularLconformationalLchangesLcombiningLconceptsLfromLrigidityL
andLelasticLnetworkLtheoryZLProteins:fStructuresfFunctionfandfBioinformaticsXL2006XLebXL`]bgYd` 4.2 78

21 xmprovingLbindingLmodeLpredictionsLbyLdockingLintoLproteinYspecificallyLadaptedLpotentialLfieldsZL
JournalfoffMedicinalfChemistryXL2005XLcgXLdceeYfh 8.3 29

20
srugγcoreTrγsUYknowledgeYbasedLscoringLfunctionLderivedLfromLsmallLmoleculeLcrystalLdataLwithL
superiorLrecognitionLrateLofLnearYnativeLligandLposesLandLbetterLaffinityLpredictionZLJournalfoff
MedicinalfChemistryXL2005XLcgXLeaheYb]b

8.3 284

19 κheLpmberLbiomolecularLsimulationLprogramsZLJournalfoffComputationalfChemistryXL2005XLaeXL`eegYgg 3.5 6155

18 rhangeLinLproteinLflexibilityLuponLcomplexLformationiLanalysisLofLβasYβafLusingLmolecularLdynamicsL
andLaLmolecularLframeworkLapproachZLProteins:fStructuresfFunctionfandfBioinformaticsXL2004XLdeXLbaaYbf 4.2 94

17 ronvergingLfreeLenergyLestimatesiLMMYPqTvqUγpLstudiesLonLtheLproteinYproteinLcomplexLβasYβafZL
JournalfoffComputationalfChemistryXL2004XLadXLabgYd] 3.5 652

16 pssessingLscoringLfunctionsLforLproteinYligandLinteractionsZLJournalfoffMedicinalfChemistryXL2004XL
cfXLb]baYcf 8.3 433

15 bsLαγpβLanalysesYguidedLrationalLdesignLofLnovelLligandsLforLtheLTalphacUaTbetaaUbLnicotinicL
acetylcholineLreceptorZLJournalfoffMedicinalfChemistryXL2003XLceXLa]b`Ycg 8.3 36

14 –igandYsupportedLhomologyLmodellingLofLproteinLbindingYsitesLusingLknowledgeYbasedLpotentialsZL
JournalfoffMolecularfBiologyXL2003XLbbcXLbafYcd 6.5 116

(2003-2008)

13



13 xnsightsLintoLproteinYproteinLbindingLbyLbindingLfreeLenergyLcalculationLandLfreeLenergyL
decompositionLforLtheLβasYβafLandLβasYβalvsγLcomplexesZLJournalfoffMolecularfBiologyXL2003XLbb]XLgh`Yh`b6.5 924

12 ppproachesLtoLtheLdescriptionLandLpredictionLofLtheLbindingLaffinityLofLsmallYmoleculeLligandsLtoL
macromolecularLreceptorsZLAngewandtefChemieftfInternationalfEditionXL2002XLc`XLaeccYfe 16.4 595

11 srugγcoreLmeetsLroMupiLadaptationLofLfieldsLforLmolecularLcomparisonLTpuMorULorLhowLtoLtailorL
knowledgeYbasedLpairYpotentialsLtoLaLparticularLproteinZLJournalfoffMedicinalfChemistryXL2002XLcdXLc`dbYf]8.3 134

10 γynthesisLandLnicotinicLbindingLstudiesLonLenantiopureLdiazineLanaloguesLofLtheLnovelL
TaYchloroYdYpyridylUYhYazabicyclo[cZaZ`]nonYaYeneLUqY`edZLJournalfoffMedicinalfChemistryXL2002XLcdXL`]ecYfa8.3 53

9 sockingLintoLknowledgeYbasedLpotentialLfieldsiLaLcomparativeLevaluationLofLsrugγcoreZLJournalfoff
MedicinalfChemistryXL2002XLcdXL`hefYf] 8.3 83

8
κransportLofLpeptidomimeticLthrombinLinhibitorsLwithLaLbYamidinoYphenylalanineLstructureiL
permeabilityLandLeffluxLmechanismLinLmonolayersLofLaLhumanLintestinalLcellLlineLTracoYaUZL
PharmaceuticalfResearchXL2001XL`gXL```]Yg

4.5 10

7 γtatisticalLpotentialsLandLscoringLfunctionsLappliedLtoLproteinYligandLbindingZLCurrentfOpinionfinf
StructuralfBiologyXL2001XL``XLab`Yd 8.1 174

6 PredictingLbindingLmodesXLbindingLaffinitiesLandL‘hotLspotsSLforLproteinYligandLcomplexesLusingLaL
knowledgeYbasedLscoringLfunctionZLJournalfoffComputerftfAidedfMolecularfDesignXL2000XLa]XL``dY`cc 86

5 znowledgeYbasedLscoringLfunctionLtoLpredictLproteinYligandLinteractionsZLJournalfoffMolecularf
BiologyXL2000XLahdXLbbfYde 6.5 871

4 ronformationsLandLlipophilicityLprofilesLofLsomeLcyclicL˛†YT`YmbUYLandL˛†YT`YmeUYlinkedL
oligogalactofuranosidesZLCarbohydratefResearchXL1999XLba`XLheY`]c 2.9 11

3 βespiratoryLandLrcYphotosyntheticL´psYmalicLenzymeLcoexistLinLbundleLsheathLcellsLmitochondriaL
andLevolvedLviaLassociationLofLdifferentiallyLadaptedLsubunits 1

2 ´ovelLintracellularLphospholipaseLqLfromLPseudomonasLaeruginosaLwithLactivityLtowardsL
endogenousLphospholipidsLaffectsLbiofilmLassembly 1

1 tvidenceLforLaLbacterialL–andsLcycleLphospholipaseLpiLγtructuralLandLmechanisticLinsightsLintoL
membraneLphospholipidLremodeling 1
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