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l Paper IF Citations

221 ProteinMallosteryMandMligandMdesignkMtomputationalMdesignMmeetsMexperimentsMtoMdiscoverMnovelM
chemicalMprobes[[MJournalfoffMolecularfBiologyYM2022YMbghegi 6.5 2

220 TranscriptionMfactorMproteinMinteractomesMrevealMgeneticMdeterminantsMinMheartMdisease[[MCellYM2022YM 56.2 3

219 βachineMαearningMofMrllostericMvffectskMTheMrnalysisMofMαigandZznducedMuynamicsMtoMPredictM
wunctionalMvffectsMinMTRrPb[MJournalfoffPhysicalfChemistryfBYM2021YMbcfYMbabZbbe 3.4 14

218 sowMtoMtheMenemykMyowMflexibilityMofMhostMproteinMreceptorsMcanMfavorMSrRSZtoVZc[MBiophysicalf
JournalYM2021YMbcaYMjhhZjhj 2.9 0

217 yonokiolMsisZuichloroacetateMzsMaMSelectiveMrllostericMznhibitorMofMtheMβitochondrialMthaperoneM
TRrPb[MAntioxidantsfandfRedoxfSignalingYM2021YMdeYMfafZfbg 8.4 11

216 βachineMαearningMPredictionMofMrllostericMurugMrctivityMfromMβolecularMuynamics[MJournalfoff
PhysicalfChemistryfLettersYM2021YMbcYMdhceZdhdc 6.4 14

215 yzwb˛–ZdependentMinductionMofMtheMmitochondrialMchaperoneMTRrPbMregulatesMbioenergeticM
adaptationsMtoMhypoxia[MCellfDeathfandfDiseaseYM2021YMbcYMede 9.8 5

214 rtomisticMSimulationsMofMtheMβechanismsMofMtheMPoorlyMtatalyticMβitochondrialMthaperoneMTrapbkM
znsightsMintoMtheMvffectsMofMStructuralMrsymmetryMonMReactivity[MACSfCatalysisYM2021YMbbYMigafZigca 13.1 2

213 TheMmolecularMchaperoneMTRrPbMinMcancerkMwromMtheMbasicsMofMbiologyMtoMpharmacologicalM
targeting[MSeminarsfinfCancerfBiologyYM2021YMhgYMefZfd 12.7 5

212 OnMtheMbindingMofMnaphthaleneMdiimidesMtoMaMhumanMtelomericMxZquadruplexMmultimerMmodel[M
InternationalfJournalfoffBiologicalfMacromoleculesYM2021YMbggYMbdcaZbdde 7.9 14

211
VisualizingMtheMuynamicsMofMaMProteinMwoldingMβachinerykMTheMβechanismMofMrsymmetricMrTPM
ProcessingMinMyspjaMandMitsMzmplicationsMforMtlientMRemodelling[MJournalfoffMolecularfBiologyYM2021YM
eddYMbgghci

6.5 3

210 uisruptionMofMproteinMphosphataseMbMcomplexesMwithMtheMuseMofMbioportidesMasMaMnovelMapproachMtoM
targetMspermMmotility[MFertilityfandfSterilityYM2021YMbbfYMdeiZdgc 4.8 3

209 siocompatibleMgraftMcopolymersMfromMbacterialMpolyU˛‡ZglutamicMacidVMandMpolyUlacticMacidV[MPolymerf
ChemistryYM2021YMbcYMdhieZdhjd 4.9 6

208 γewMperspectivesMinMcancerMdrugMdevelopmentkMcomputationalMadvancesMwithManMeyeMtoMdesign[MRSCf
MedicinalfChemistryYM2021YMbcYMbejbZbfac 3.5 4

207 vxploitingMwoldingMandMuegradationMβachineriesMToMTargetMUndruggableMProteinskMWhatMtanMaM
tomputationalMrpproachMTellMUsp[MChemMedChemYM2021YMbgYMbfjdZbfjj 3.7 1

206 TheMsindingMPocketMatMtheMznterfaceMofMβultimericMTelomereMxZquadruplexeskMβythMorMRealityp[M
ChemistryftfAfEuropeanfJournalYM2021YMchYMbbhahZbbhca 4.8 1

205 TargetingMtheMmitochondrialMchaperoneMTRrPbkMstrategiesMandMtherapeuticMperspectives[MTrendsfinf
PharmacologicalfSciencesYM2021YMecYMfggZfhg 13.2 9
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204 TheMtumorMsuppressorMfolliculinMinhibitsMlactateMdehydrogenaseMrMandMregulatesMtheMWarburgMeffect[M
NaturefStructuralfandfMolecularfBiologyYM2021YMciYMggcZgha 17.6 4

203 themicalMthaperonesMβodulateMtheMwormationMofMβetaboliteMrssemblies[MInternationalfJournalfoff
MolecularfSciencesYM2021YMccYM 6.3 1

202 SrRSZtoVZcMSpikeMProteinMβutationsMandMvscapeMfromMrntibodieskMrMtomputationalMβodelMofM
vpitopeMαossMinMVariantsMofMtoncern[MJournalfoffChemicalfInformationfandfModelingYM2021YMgbYMegihZehaa 6.1 10

201 RevealingMvscherichiaMcoliMtypeMzzMαZasparaginaseMactiveMsiteMflexibleMloopMinMitsMopenYMligandZfreeM
conformation[MScientificfReportsYM2021YMbbYMbiiif 4.9 1

200 rnalysisMofMyspjaMallostericMmodulatorsMinteractomeMrevealsMaMpotentialMdualMactionMmodeMinvolvingM
mitochondrialMβuyc[MBioorganicfChemistryYM2021YMbbfYMbafcfi 5.1

199
themicalMPerturbationMofMOncogenicMProteinMwoldingkMfromMtheMPredictionMofMαocallyMUnstableM
StructuresMtoMtheMuesignMofMuisruptorsMofMyspjaZtlientMznteractions[MChemistryftfAfEuropeanfJournalYM
2020YMcgYMjefjZjegf

4.8 28

198 βechanisticMβodelMforMtheMyspjaZurivenMOpeningMofMyumanMrrgonaute[MJournalfoffChemicalf
InformationfandfModelingYM2020YMgaYMbegjZbeia 6.1 2

197 uualMsindingMtoMOrthostericMandMrllostericMSitesMvnhancesMtheMrnticancerMrctivityMofMaM
TRrPbZTargetingMurug[MJournalfoffMedicinalfChemistryYM2020YMgdYMcjdaZcjea 8.3 10

196 TryptophanMscanningMmutagenesisMasMaMwayMtoMmimicMtheMcompoundZboundMstateMandMprobeMtheM
selectivityMofMallostericMinhibitorsMinMcells[MChemicalfScienceYM2020YMbbYMbijcZbjae 9.4 6

195 uesignMofMuisruptorsMofMtheMyspjaZtdcdhMznterface[MMoleculesYM2020YMcfYM 4.8 8

194 wrontispiecekMuesigningMβolecularMSpannersMtoMThrowMinMtheMProteinMγetworks[MChemistryftfAf
EuropeanfJournalYM2020YMcgYM 4.8 2

193 βolecularMuynamicsMPerformanceMvvaluationMwithMβodernMtomputerMrrchitecture[MLecturefNotesfinf
ComputerfScienceYM2020YMdccZdcj 0.9

192 uesigningMβolecularMSpannersMtoMThrowMinMtheMProteinMγetworks[MChemistryftfAfEuropeanfJournalYM
2020YMcgYMegfgZegha 4.8 22

191
SetupMandMValidationMofMaMReliableMuockingMProtocolMforMtheMuevelopmentMofMγeuroprotectiveM
rgentsMbyMTargetingMtheMSigmaZbMReceptorMUSbRV[MInternationalfJournalfoffMolecularfSciencesYM2020YM
cbYM

6.3 2

190 SimpleMβodelMofMProteinMvnergeticsMToMzdentifyMrbMznitioMwoldingMTransitionsMfromMrllZrtomMβuM
SimulationsMofMProteins[MJournalfoffChemicalfTheoryfandfComputationYM2020YMbgYMfjgaZfjhb 6.4 6

189 uynamicallyMShapingMthaperones[MrllostericMβodulatorsMofMySPjaMwamilyMasMRegulatoryMToolsMofM
tellMβetabolismMinMγeoplasticMProgression[MFrontiersfinfOncologyYM2020YMbaYMbbhh 5.3 11

188
TheMrnswerMαiesMinMtheMvnergykMyowMSimpleMrtomisticMβolecularMuynamicsMSimulationsMβayMyoldM
theM eyMtoMvpitopeMPredictionMonMtheMwullyMxlycosylatedMSrRSZtoVZcMSpikeMProtein[MJournalfoff
PhysicalfChemistryfLettersYM2020YMbbYMiaieZiajd

6.4 24

187 RationalMuesignMofMrllostericMandMSelectiveMznhibitorsMofMtheMβolecularMthaperoneMTRrPb[MCellf
ReportsYM2020YMdbYMbahfdb 10.6 32

(2020-2021)
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186 αigandMsindingYMUnbindingYMandMrllostericMvffectskMuecipheringMSmallZβoleculeMβodulationMofM
ySPja[MJournalfoffChemicalfTheoryfandfComputationYM2019YMbfYMgdgiZgdib 6.4 26

185
tomputationalMrnalysisMofMuengueMVirusMvnvelopeMProteinMUvVMRevealsManMvpitopeMwithMwlavivirusM
zmmunodiagnosticMPotentialMinMPeptideMβicroarrays[MInternationalfJournalfoffMolecularfSciencesYM
2019YMcaYM

6.3 21

184 TheMSubtleMTradeZOffMbetweenMvvolutionaryMandMvnergeticMtonstraintsMinMProteinZProteinM
znteractions[MJournalfoffPhysicalfChemistryfLettersYM2019YMbaYMbeijZbejh 6.4 16

183 PeptidesMforMznfectiousMuiseaseskMwromMProbeMuesignMtoMuiagnosticMβicroarrays[MAntibodiesYM2019YMiYM 7 12

182 βechanismsMofMβetaboliteMrmyloidMwormationkMtomputationalMStudiesMforMurugMuesignMagainstM
βetabolicMuisorders[MACSfMedicinalfChemistryfLettersYM2019YMbaYMgggZgha 4.3 4

181 RationalMdesignMofMallostericMmodulatorsMofMtheMaromataseMenzymekMrn´ unprecedentedMtherapeuticM
strategyMtoMfightMbreastMcancer[MEuropeanfJournalfoffMedicinalfChemistryYM2019YMbgiYMcfdZcgc 6.8 24

180 rllostericMβodulatorsMofMySPjaMandMySPhakMuynamicsMβeetsMwunctionMthroughMStructureZsasedM
urugMuesign[MJournalfoffMedicinalfChemistryYM2019YMgcYMgaZih 8.3 59

179 zmpactMofMβutationsMonMγPrtMStructuralMuynamicskMβechanisticMznsightsMfromMβuMSimulations[M
JournalfoffChemicalfInformationfandfModelingYM2019YMfjYMdjchZdjdh 6.1 22

178 rurβuvtbMβaintainsMaMxrowthMwactorMSignalingMαoopMinMtancerMStemMtells[MCancerfDiscoveryYM2019YM
jYMbfheZbfij 24.4 28

177 TheMzmportanceMofMuetailkMyowMuifferencesMinMαigandMStructuresMuetermineMuistinctMwunctionalM
ResponsesMinMzntegrinM˛–M˛†[MChemistryftfAfEuropeanfJournalYM2019YMcfYMfjfjZfjha 4.8 6

176 TheMcalciumZbindingMtypeMzzzMrepeatsMdomainMofMthrombospondinZcMbindsMtoMfibroblastMgrowthMfactorM
cMUwxwcV[MAngiogenesisYM2019YMccYMbddZbee 10.6 24

175 TheMStructuralMrsymmetryMofMβitochondrialMyspjaMUTrapbVMueterminesMwineMTuningMofMwunctionalM
uynamics[MJournalfoffChemicalfTheoryfandfComputationYM2018YMbeYMbaddZbaee 6.4 31

174 rMtomputationalMrssayMofMvstrogenMReceptorM˛–MrntagonistsMRevealsMtheM eyMtommonMStructuralM
TraitsMofMurugsMvffectivelyMwightingMRefractoryMsreastMtancers[MScientificfReportsYM2018YMiYMgej 4.9 44

173 TheMznterplayMbetweenMStructuralMStabilityMandMPlasticityMueterminesMβutationMProfilesMandM
thaperoneMuependenceMinMProteinM inases[MJournalfoffChemicalfTheoryfandfComputationYM2018YMbeYMbafjZbaha6.4 13

172
themoZenzymaticMsynthesisMofMUvVZcYdZdiarylZfZstyrylZtransZcYdZdihydrobenzofuranZbasedMscaffoldsM
andMtheirMinMvitroMandMinMsilicoMevaluationMasMaMnovelMsubZfamilyMofMpotentialMallostericMmodulatorsMofM
theMjaMkuaMheatMshockMproteinMUyspjaV[MOrganicfandfBiomolecularfChemistryYM2018YMbgYMdhebZdhfd

3.9 13

171 vnhancingMrntibodyMSerodiagnosisMUsingMaMtontrolledMPeptideMtoimmobilizationMStrategy[MACSf
InfectiousfDiseasesYM2018YMeYMjjiZbaag 5.5 20

170 rreMrmyloidMwibrilsMRγrZTrapspMrMβolecularMuynamicsMPerspective[MFrontiersfinfMolecularf
BiosciencesYM2018YMfYMfd 5.6 3

169 sPSαbgcgkMReverseMandMStructuralMVaccinologyMRevealMaMγovelMtandidateMforMVaccineMuesignM
against[MAntibodiesYM2018YMhYM 7 5
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168 vxpedientMrccessMtoMcZsenzazepinesMbyMPalladiumZtatalyzedMtZyMrctivationkMzdentificationMofMaM
UniqueMyspjaMznhibitorMScaffold[MChemistryftfAfEuropeanfJournalYM2018YMceYMbgfbgZbgfca 4.8 8

167 UnderstandingMrllosteryMtoMuesignMγewMurugs[MMethodsfandfPrinciplesfinfMedicinalfChemistryYM2018YMcibZdaa0.4

166 yowMtheMαigandZznducedMReorganizationMofMProteinMznternalMvnergiesMzsMtoupledMtoMtonformationalM
vvents[MJournalfoffChemicalfTheoryfandfComputationYM2018YMbeYMfjjcZgaab 6.4 7

165 rMαocalMrllostericMγetworkMinMyeatMShockMProteinMhaMUysphaVMαinksMznhibitorMsindingMtoMvnzymeM
rctivityMandMuistalMProteinZProteinMznteractions[MACSfChemicalfBiologyYM2018YMbdYMdbecZdbfc 4.9 10

164 TargetingMuifficultMProteinZProteinMznteractionsMwithMPlainMandMxeneralMtomputationalMrpproaches[M
MoleculesYM2018YMcdYM 4.8 4

163 UnderstandingMtomplexMβechanismsMofMvnzymeMReactivitykMTheMtaseMofMαimoneneZbYcZvpoxideM
yydrolases[MACSfCatalysisYM2018YMiYMfgjiZfhah 13.1 17

162 uesignMofMrllostericMStimulatorsMofMtheMyspjaMrTPaseMasMγewMrnticancerMαeads[MChemistryftfAf
EuropeanfJournalYM2017YMcdYMfbiiZfbjc 4.8 27

161 ProteinMdesignkMfromMcomputerMmodelsMtoMartificialMintelligence[MWileyfInterdisciplinaryfReviews:f
ComputationalfMolecularfScienceYM2017YMhYMebdbi 7.9 15

160
UnravelingMvnergyMandMuynamicsMueterminantsMtoMznterpretMProteinMwunctionalMPlasticitykMTheM
αimoneneZbYcZepoxideZhydrolaseMtaseMStudy[MJournalfoffChemicalfInformationfandfModelingYM2017YM
fhYMhbhZhcf

6.1 2

159 SrxvkMrMwastMtomputationalMToolMforMαinearMvpitopeMxraftingMontoMaMworeignMProteinMScaffold[M
JournalfoffChemicalfInformationfandfModelingYM2017YMfhYMgZba 6.1 6

158 trystalMStructureMofMtheMuwγ wMSegmentMofMyumanMtalcitoninMUnveilsMrromaticMznteractionsM
betweenMPhenylalanines[MChemistryftfAfEuropeanfJournalYM2017YMcdYMbjifZbjif 4.8 1

157 RoleMofMTerahertzMUTyzVMwluctuationsMinMtheMrllostericMPropertiesMofMtheMPuZMuomains[MJournalfoff
PhysicalfChemistryfBYM2017YMbcbYMbacaaZbacai 3.4 3

156 thaperonesMrescueMtheMenergeticMlandscapeMofMmutantMtwTRMatMsingleMmoleculeMandMinMcell[MNaturef
CommunicationsYM2017YMiYMdji 17.4 42

155 StructureMandMtomputationMinMzmmunoreagentMuesignkMwromMuiagnosticsMtoMVaccines[MTrendsfinf
BiotechnologyYM2017YMdfYMbcaiZbcca 15.1 14

154 uesigningMProbesMforMzmmunodiagnosticskMStructuralMznsightsMintoManMvpitopeMTargetingM
surkholderiaMznfections[MACSfInfectiousfDiseasesYM2017YMdYMhdgZhed 5.5 4

153 StructuralMVaccinologyMforMβelioidosisMVaccineMuesignMandMzmmunodiagnostics[MCurrentfTropicalf
MedicinefReportsYM2017YMeYMbadZbba 5 1

152 rMproteaseZresistantMvscherichiaMcoliMasparaginaseMwithMoutstandingMstabilityMandMenhancedM
antiZleukaemicMactivityMinMvitro[MScientificfReportsYM2017YMhYMbeehj 4.9 22

151 trystalMStructureMofMtheMuwγ wMSegmentMofMyumanMtalcitoninMUnveilsMrromaticMznteractionsM
betweenMPhenylalanines[MChemistryftfAfEuropeanfJournalYM2017YMcdYMcafbZcafi 4.8 22

(2017-2018)
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150 TheMthaperoneMTRrPbMrsMaMβodulatorMofMtheMβitochondrialMrdaptationsMinMtancerMtells[MFrontiersfinf
OncologyYM2017YMhYMfi 5.3 77

149
yighMrffinityMvs[MγativeMwibronectinMinMtheMβodulationMofM˛–v˛†dMzntegrinMtonformationalMuynamicskM
znsightsMfromMtomputationalMrnalysesMandMzmplicationsMforMβolecularMuesign[MPLoSfComputationalf
BiologyYM2017YMbdYMebaafdde

5 10

148 γovelMPrRPZbMznhibitorMScaffoldsMuisclosedMbyMaMuynamicMStructureZsasedMPharmacophoreM
rpproach[MPLoSfONEYM2017YMbcYMeabhaieg 3.7 10

147 βolecularMuynamicsMSimulationsMRevealMtheMβechanismsMofMrllostericMrctivationMofMyspjaMbyM
uesignedMαigands[MScientificfReportsYM2016YMgYMcdida 4.9 60

146 rllostericMRegulationMPointsMtontrolMtheMtonformationalMuynamicsMofMtheMβolecularMthaperoneM
yspja[MJournalfoffMolecularfBiologyYM2016YMeciYMeffjZefhb 6.5 45

145 rnMatomisticMviewMofMysphaMallostericMcrosstalkkMfromMtheMnucleotideMtoMtheMsubstrateMbindingM
domainMandMback[MScientificfReportsYM2016YMgYMcdehe 4.9 24

144 vvolvingMserodiagnosticsMbyMrationallyMdesignedMpeptideMarrayskMtheMsurkholderiaMparadigmMinMtysticM
wibrosis[MScientificfReportsYM2016YMgYMdcihd 4.9 19

143 zntegratingMcomputationalMandMchemicalMbiologyMtoolsMinMtheMdiscoveryMofMantiangiogenicMsmallM
moleculeMligandsMofMwxwcMderivedMfromMendogenousMinhibitors[MScientificfReportsYM2016YMgYMcdedc 4.9 18

142 salancingMrccuracyMandMtostMofMtonfinementMSimulationsMbyMznterpolationMandMvxtrapolationMofM
tonfinementMvnergies[MJournalfoffChemicalfTheoryfandfComputationYM2016YMbcYMchhjZij 6.4 5

141 rssessmentMofMβutationalMvffectsMonMPeptideMStabilityMthroughMtonfinementMSimulations[MJournalfoff
PhysicalfChemistryfLettersYM2016YMhYMbcgZda 6.4 9

140
wlexibleMvsMRigidMvpitopeMtonformationsMforMuiagnosticZMandMVaccineZOrientedMrpplicationskMγovelM
znsightsMfromMtheMsurkholderiaMpseudomalleiMsPSαchgfMPaldMvpitope[MACSfInfectiousfDiseasesYM2016YM
cYMccbZda

5.5 19

139
vnzymaticMandMznhibitionMβechanismMofMyumanMrromataseMUtYPbjrbVMvnzyme[MrMtomputationalM
PerspectiveMfromMQβ]ββMandMtlassicalMβolecularMuynamicsMSimulations[MMinitReviewsfinfMedicinalf
ChemistryYM2016YMbgYMbbbcZce

3.2 16

138 uγrMPolymeraseMtonformationalMuynamicsMandMtheMRoleMofMwidelityZtonferringMResidueskMznsightsM
fromMtomputationalMSimulations[MFrontiersfinfMolecularfBiosciencesYM2016YMdYMca 5.6 8

137 SynthesisMofMwunctionalizedMcZUeZyydroxyphenylVZdZmethylbenzofuranMrllostericMβodulatorsMofM
yspjaMrctivity[MEuropeanfJournalfoffOrganicfChemistryYM2016YMcabgYMddejZddge 3.2 15

136 SurfaceMenergeticsMandMproteinZproteinMinteractionskManalysisMandMmechanisticMimplications[MScientificf
ReportsYM2016YMgYMceadf 4.9 10

135 StructureZbasedMapproachMforMidentificationMofMnovelMphenylboronicMacidsMasMserineZ˛†ZlactamaseM
inhibitors[MJournalfoffComputertAidedfMolecularfDesignYM2016YMdaYMifbZigb 4.2 8

134
ScreeningMtomplexMsiologicalMSamplesMwithMPeptideMβicroarrayskMTheMwavorableMzmpactMofMProbeM
OrientationMviaMthemoselectiveMzmmobilizationMStrategiesMonMtlickableMPolymericMtoatings[M
BioconjugatefChemistryYM2016YMchYMcggjZcghh

6.3 31

133 StructuralMStabilityMandMwlexibilityMuirectMtheMSelectionMofMrctivatingMβutationsMinMvpidermalMxrowthM
wactorMReceptorM inase[MJournalfoffChemicalfInformationfandfModelingYM2015YMffYMbdhhZih 6.1 20
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132 wromMcrystalMstructureMtoMinMsilicoMepitopeMdiscoveryMinMtheMsurkholderiaMpseudomalleiMflagellarM
hookZassociatedMproteinMwlg [MFEBSfJournalYM2015YMcicYMbdbjZdd 5.7 30

131 αongZPentraxinMdMuerivativeMasMaMSmallZβoleculeMwxwMTrapMforMtancerMTherapy[MCancerfCellYM2015YMciYMccfZdj24.3 80

130 StructureZbasedMdesignMofMaMsMcellMantigenMfromMs[Mpseudomallei[MACSfChemicalfBiologyYM2015YMbaYMiadZbc 4.9 11

129 uesignYMsynthesisMandMbiologicalMevaluationMofMbiphenylamideMderivativesMasMyspjaMtZterminalM
inhibitors[MEuropeanfJournalfoffMedicinalfChemistryYM2015YMijYMeecZgg 6.8 37

128 rctivationMofMyspjaMvnzymaticMrctivityMandMtonformationalMuynamicsMthroughMRationallyMuesignedM
rllostericMαigands[MChemistryftfAfEuropeanfJournalYM2015YMcbYMbdfjiZgai 4.8 54

127 αongMrangeMTrpZTrpMinteractionMinitiatesMtheMfoldingMpathwayMofMaMproZangiogenicM˛†ZhairpinMpeptide[M
ScientificfReportsYM2015YMfYMbggfb 4.9 6

126 SequenceZMandMStructureZsasedMzmmunoreactiveMvpitopeMuiscoveryMforMsurkholderiaMpseudomalleiM
wlagellin[MPLoSfNeglectedfTropicalfDiseasesYM2015YMjYMeaaadjbh 4.8 27

125 tovalentMdockingMofMselectedMboronZbasedMserineMbetaZlactamaseMinhibitors[MJournalfoff
ComputertAidedfMolecularfDesignYM2015YMcjYMeebZfa 4.2 18

124 TheMuynamicsMofMurugMuiscovery[MCurrentfTopicsfinfMedicinalfChemistryYM2015YMbfYMcaedZcaff 3 20

123 PredictionMofMrntigenicMsMandMTMtellMvpitopesMviaMvnergyMuecompositionMrnalysiskMuescriptionMofMtheM
WebZsasedMPredictionMToolMsvPPv[MMethodsfinfMolecularfBiologyYM2015YMbdeiYMbdZcc 1.4 5

122 TheMuynamicsMofMurugMuiscovery[MCurrentfTopicsfinfMedicinalfChemistryYM2015YMbfYMcaedZff 3 7

121
βechanismsMofMuifferentialMrllostericMβodulationMinMyomologousMProteinskMznsightsMfromMtheM
rnalysisMofMznternalMuynamicsMandMvnergeticsMofMPuZMuomains[MJournalfoffChemicalfTheoryfandf
ComputationYM2014YMbaYMfghhZij

6.4 31

120 znactivationMofMTvβZbMbyMavibactamMUγXαZbaeVkMinsightsMfromMquantumMmechanics]molecularM
mechanicsMmetadynamicsMsimulations[MBiochemistryYM2014YMfdYMfbheZif 3.2 26

119
tomputationalMapproachesMelucidateMtheMallostericMmechanismMofMhumanMaromataseMinhibitionkMaM
novelMpossibleMrouteMtoMSmallZmoleculeMregulationMofMtYPefasMactivitiesp[MJournalfoffChemicalf
InformationfandfModelingYM2014YMfeYMcifgZgi

6.1 33

118 zdentificationMofMaMnewMscaffoldMforMhspjaMtZterminalMinhibition[MACSfMedicinalfChemistryfLettersYM
2014YMfYMieZi 4.3 28

117 vxploitingMconformationalMdynamicsMinMdrugMdiscoverykMdesignMofMtZterminalMinhibitorsMofMyspjaMwithM
improvedMactivities[MJournalfoffChemicalfInformationfandfModelingYM2014YMfeYMbjfZcai 6.1 46

116
znvestigatingMtheMdynamicMaspectsMofMdrugZproteinMrecognitionMthroughMaMcombinationMofMβuMandM
γβRManalyseskMimplicationsMforMtheMdevelopmentMofMproteinZproteinMinteractionMinhibitors[MPLoSfONE
YM2014YMjYMejhbfd

3.7 10

115
TheMfiveZtoZsixZcoordinationMtransitionMofMferricMhumanMserumMhemeZalbuminMisM
allostericallyZmodulatedMbyMibuprofenMandMwarfarinkMaMcombinedMXrSMandMβuMstudy[MPLoSfONEYM2014
YMjYMebaecdb

3.7 24

(2014-2015)
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114 uimerizationMcapacitiesMofMwxwcMpurifiedMwithMorMwithoutMheparinZaffinityMchromatography[MPLoSf
ONEYM2014YMjYMebbaaff 3.7 8

113 znvestigatingMallosteryMinMmolecularMrecognitionkMinsightsMfromMaMcomputationalMstudyMofMmultipleM
antibodyZantigenMcomplexes[MJournalfoffPhysicalfChemistryfBYM2013YMbbhYMfdfZfc 3.4 15

112 vxploitingMtheMsurkholderiaMpseudomalleiMacuteMphaseMantigenMsPSαchgfMforMstructureZbasedM
epitopeMdiscovery]designMinMstructuralMvaccinology[MChemistryfandfBiologyYM2013YMcaYMbbehZfg 41

111
vnergeticMandMdynamicMaspectsMofMtheMaffinityMmaturationMprocesskMcharacterizingMimprovedMvariantsM
fromMtheMbevacizumabMantibodyMwithMmolecularMsimulations[MJournalfoffChemicalfInformationfandf
ModelingYM2013YMfdYMcjdhZfa

6.1 17

110 RationalMepitopeMdesignMforMproteinMtargeting[MACSfChemicalfBiologyYM2013YMiYMdjhZeae 4.9 30

109 rMstructureZbasedMstrategyMforMepitopeMdiscoveryMinMsurkholderiaMpseudomalleiMOpprMantigen[M
StructureYM2013YMcbYMbghZbhf 5.2 37

108 znhibitingMPeptideMandMProteinMSelfZrggregationkMWhatMtanMSimulationsMTellMUsp[MModecularfMedicinef
andfMedicinalYM2013YMeabZedh

107 PeptidesMforMimmunologicalMpurposeskMdesignYMstrategiesMandMapplications[MAminofAcidsYM2013YMefYMcfhZgi3.5 41

106
rMyamiltonianMreplicaMexchangeMmolecularMdynamicsMUβuVMmethodMforMtheMstudyMofMfoldingYMbasedM
onMtheManalysisMofMtheMstabilizationMdeterminantsMofMproteins[MInternationalfJournalfoffMolecularf
SciencesYM2013YMbeYMbcbfhZgj

6.3 17

105 duZQSrRMrssistedMuesignYMSynthesisMandMvvaluationMofMγovobiocinMrnalogues[MACSfMedicinalf
ChemistryfLettersYM2012YMeYMfhZgc 4.3 21

104 αigandMselectionMfromMtheManalysisMofMproteinMconformationalMsubstateskMnewMleadsMtargetingMtheM
γZterminalMdomainMofMyspja[MRSCfAdvancesYM2012YMcYMecgi 3.7 7

103 zdentificationMofMdomainsMinMproteinMstructuresMfromMtheManalysisMofMintramolecularMinteractions[M
JournalfoffPhysicalfChemistryfBYM2012YMbbgYMdddbZed 3.4 34

102 torrespondingMfunctionalMdynamicsMacrossMtheMyspjaMthaperoneMfamilykMinsightsMfromMaMmultiscaleM
analysisMofMβuMsimulations[MPLoSfComputationalfBiologyYM2012YMiYMebaacedd 5 82

101 βolecularMmechanismMofMallostericMcommunicationMinMysphaMrevealedMbyMmolecularMdynamicsM
simulations[MPLoSfComputationalfBiologyYM2012YMiYMebaaciee 5 43

100 PharmacologicalMenhancementMofM˛–ZglucosidaseMbyMtheMallostericMchaperoneMγZacetylcysteine[M
MolecularfTherapyYM2012YMcaYMccabZbb 11.7 72

99 βolecularMdynamicsMsimulationsMofMhspjaMwithManMeyeMtoMinhibitorMdesign[MPharmaceuticalsYM2012YMfYMjeeZgc5.2 1

98 uirectMandMallostericMinhibitionMofMtheMwxwc]ySPxs]wxwRbMternaryMcomplexMformationMbyManM
antiangiogenicYMthrombospondinZbZmimicMsmallMmolecule[MPLoSfONEYM2012YMhYMedgjja 3.7 33

97 uynamicMdiagnosisMofMfamilialMprionMdiseasesMsupportsMtheM˛†cZ˛–cMloopMasMaMuniversalMinterferenceM
target[MPLoSfONEYM2011YMgYMebjajd 3.7 51
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96 yβxsbZcarbenoxoloneMinteractionskMdynamicsMinsightsMfromMcombinedMnuclearMmagneticMresonanceM
andMmolecularMdynamics[MChemistryftfanfAsianfJournalYM2011YMgYMbbhbZia 4.5 6

95 rMmultiscaleMapproachMtoMcharacterizeMtheMearlyMaggregationMstepsMofMtheMamyloidZformingMpeptideM
xγγQQγYMfromMtheMyeastMprionMsupZdf[MPLoSfComputationalfBiologyYM2011YMhYMebaacafb 5 68

94 tombinedMinMsilicoMandMexperimentalMapproachMforMdrugMdesignkMtheMbindingMmodeMofMpeptidicMandM
nonZpeptidicMinhibitorsMtoMhspjaMγZterminalMdomain[MChemicalfBiologyfandfDrugfDesignYM2010YMhgYMdicZjb 2.9 10

93
γonZpeptidicMthrombospondinZbMmimicsMasMfibroblastMgrowthMfactorZcMinhibitorskManMintegratedM
strategyMforMtheMdevelopmentMofMnewMantiangiogenicMcompounds[MJournalfoffBiologicalfChemistryYM
2010YMcifYMihddZec

5.4 61

92 vxploitingMantigenicMdiversityMforMvaccineMdesignkMtheMchlamydiaMrrt–Mparadigm[MJournalfoffBiologicalf
ChemistryYM2010YMcifYMdabcgZdi 5.4 39

91 βolecularMrecognitionMandMdrugZleadMidentificationkMwhatMcanMmolecularMsimulationsMtellMusp[MCurrentf
MedicinalfChemistryYM2010YMbhYMcfZeb 4.3 31

90 tomputationalMstudyMofMtheMresistanceMshownMbyMtheMsubtypeMs]yzVZbMproteaseMtoMcurrentlyMknownM
inhibitors[MBiochemistryYM2010YMejYMecidZjf 3.2 18

89 PredictingMinteractionMsitesMfromMtheMenergeticsMofMisolatedMproteinskMaMnewMapproachMtoMepitopeM
mapping[MBiophysicalfJournalYM2010YMjiYMbjggZhf 2.9 62

88 uynamicsZsasedMuiscoveryMofMrllostericMznhibitorskMSelectionMofMγewMαigandsMforMtheMtZterminalM
uomainMofMyspja[MJournalfoffChemicalfTheoryfandfComputationYM2010YMgYMcjhiZij 6.4 70

87 ProteinMuynamicsMandMurugMuesignkMTheMRoleMofMβolecularMSimulationsM2010YMdeaZdif

86 SwebWeebZdependentMtyrosineMphosphorylationMofMyspjaMregulatesMdistinctMfacetsMofMchaperoneM
function[MMolecularfCellYM2010YMdhYMdddZed 17.6 143

85 TheMstructuralMintoleranceMofMtheMPrPMalphaZfoldMforMpolarMsubstitutionMofMtheMhelixZdMmethionines[M
CellularfandfMolecularfLifefSciencesYM2010YMghYMcicfZdi 10.3 14

84 StructuralManalysisMofMaMhelicalMpeptideMunfoldingMpathway[MChemistryftfAfEuropeanfJournalYM2010YMbgYMfeaaZh4.8 23

83 SelectingMsequencesMthatMfoldMintoMaMdefinedMduMstructurekMrMnewMapproachMforMproteinMdesignMbasedM
onMmolecularMdynamicsMandMenergetics[MBiophysicalfChemistryYM2010YMbegYMhgZie 3.5 14

82 znvestigatingMdynamicMandMenergeticMdeterminantsMofMproteinMnucleicMacidMrecognitionkManalysisMofM
theMzincMfingerMzifcgiZuγrMcomplexes[MBMCfStructuralfBiologyYM2010YMbaYMec 2.7 13

81 TargetingMtumorMangiogenesisMwithMTSPZbZbasedMcompoundskMrationalMdesignMofMantiangiogenicM
mimeticsMofMendogenousMinhibitors[MOncotargetYM2010YMbYMggcZghd 3.3 53

80 TargetingMtumorMangiogenesisMwithMTSPZbZbasedMcompoundskMrationalMdesignMofMantiangiogenicM
mimeticsMofMendogenousMinhibitors[MOncotargetYM2010YMbYMggcZhd 3.3 33

79 StructureMandMsequenceMdeterminantsMofMaggregationMinvestigatedMwithMmolecularMdynamics[M
FrontiersfinfBioscienceftfLandmarkYM2009YMbeYMfcdZdj 2.8 5

(2009-2011)
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78 WhyMisMaMprotectiveMantigenMprotectivep[MHumfVaccinYM2009YMfYMihcZf 4

77
StructuralMandMcomputationalMbiologyMofMtheMmolecularMchaperoneMyspjakMfromMunderstandingM
molecularMmechanismsMtoMcomputerZbasedMinhibitorMdesign[MCurrentfTopicsfinfMedicinalfChemistryYM
2009YMjYMbdgjZif

3 22

76 βodelingMsignalMpropagationMmechanismsMandMligandZbasedMconformationalMdynamicsMofMtheMyspjaM
molecularMchaperoneMfullZlengthMdimer[MPLoSfComputationalfBiologyYM2009YMfYMebaaadcd 5 125

75 cpZOZrlkylMuerivativesMandMfpZrnaloguesMofMfZrminoimidazoleZeZcarboxamideZbZ˛†ZuZribofuranosideM
UrztrRVMasMPotentialMyspjaMznhibitors[MEuropeanfJournalfoffOrganicfChemistryYM2009YMcaajYMfjbdZfjbj 3.2 11

74 rnMefficientMsteroidMpharmacophoreZbasedMstrategyMtoMidentifyMnewMaromataseMinhibitors[MEuropeanf
JournalfoffMedicinalfChemistryYM2009YMeeYMebcbZh 6.8 36

73 wastMthreeMdimensionalMpharmacophoreMvirtualMscreeningMofMnewMpotentMnonZsteroidMaromataseM
inhibitors[MJournalfoffMedicinalfChemistryYM2009YMfcYMbedZfa 8.3 49

72 tombinatorialMdrugMdesignMtargetingMmultipleMcancerMsignalingMnetworksMcontrolledMbyM
mitochondrialMyspja[MJournalfoffClinicalfInvestigationYM2009YMbbjYMefeZge 15.9 168

71 βethionineMsulfoxidesMonMprionMproteinMyelixZdMswitchMonMtheMalphaZfoldMdestabilizationMrequiredMforM
conversion[MPLoSfONEYM2009YMeYMeecjg 3.7 49

70 βolecularMsimulationsMofMpeptideskMaMusefulMtoolMforMtheMdevelopmentMofMnewMdrugsMandMforMtheM
studyMofMmolecularMrecognition[MMethodsfinfMolecularfBiologyYM2009YMfhaYMhhZbfd 1.4 6

69 znvestigatingMtheMmechanismMofMpeptideMaggregationkMinsightsMfromMmixedMmonteMcarloZmolecularM
dynamicsMsimulations[MBiophysicalfJournalYM2008YMjeYMeebeZcg 2.9 44

68 siochemicalMandMcomputationalMinsightsMintoMtheMantiZaromataseMactivityMofMnaturalMcatecholM
estrogens[MJournalfoffSteroidfBiochemistryfandfMolecularfBiologyYM2008YMbbaYMbaZh 5.1 8

67
rMmolecularMdynamicsMstudyMofMtheMinteractionMofMuZpeptideMamyloidMinhibitorsMwithMtheirMtargetM
sequenceMrevealsMaMpotentialMinhibitoryMpharmacophoreMconformation[MJournalfoffMolecularfBiologyYM
2008YMdidYMcggZia

6.5 14

66
UnderstandingMligandZbasedMmodulationMofMtheMyspjaMmolecularMchaperoneMdynamicsMatMatomicM
resolution[MProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaYM2008YM
bafYMhjhgZib

11.5 60

65 TwoMaminoMacidMsubstitutionsMwithinMtheMfirstMexternalMloopMofMttRfMinduceMhumanM
immunodeficiencyMvirusZblockingMantibodiesMinMmiceMandMchickens[MJournalfoffVirologyYM2008YMicYMebcfZde 6.6 19

64 βolecularMdynamicsMsimulationsMofMproteinsMandMpeptideskMfromMfoldingMtoMdrugMdesign[MCurrentf
ProteinfandfPeptidefScienceYM2008YMjYMbibZjg 2.8 24

63 tomputationalMstudiesMofMtheMstructureYMdynamicsMandMnativeMcontentMofMamyloidZlikeMfibrilsMofM
ribonucleaseMr[MProteins:fStructuresfFunctionfandfBioinformaticsYM2008YMhaYMigdZhc 4.2 18

62
RelationshipMbetweenMenergyMdistributionMandMfoldMstabilitykMznsightsMfromMmolecularMdynamicsM
simulationsMofMnativeMandMmutantMproteins[MProteins:fStructuresfFunctionfandfBioinformaticsYM2008YM
hcYMggaZhc

4.2 45

61 StructuralMdeterminantsMofMtheMunusualMhelixMstabilityMofMaMdeMnovoMengineeredMvascularMendothelialM
growthMfactorMUVvxwVMmimickingMpeptide[MChemistryftfAfEuropeanfJournalYM2008YMbeYMebgeZg 4.8 34
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60 βolecularMsimulationMofMmultistateMpeptideMdynamicskMaMcomparisonMbetweenMmicrosecondM
timescaleMsamplingMandMmultipleMshorterMtrajectories[MJournalfoffComputationalfChemistryYM2008YMcjYMbheaZfc3.5 47

59 tombiningMcomputationalMandMbiochemicalMstudiesMforMaMrationaleMonMtheMantiZaromataseMactivityMofM
naturalMpolyphenols[MChemMedChemYM2007YMcYMbhfaZgc 3.7 28

58 PeptideMselfZassemblyMatMtheMnanoscalekMaMchallengingMtargetMforMcomputationalMandMexperimentalM
biotechnology[MTrendsfinfBiotechnologyYM2007YMcfYMcbbZi 15.1 117

57 TheMmolecularMdynamicsMofMassemblyMofMtheMubiquitousMaorticMmedialMamyloidalMmedinMfragment[M
JournalfoffMolecularfGraphicsfandfModellingYM2007YMcfYMjadZbb 2.8 5

56 rnharmonicityMandMselfZsimilarityMofMtheMfreeMenergyMlandscapeMofMproteinMx[MPhysicalfReviewfLettersYM
2007YMjiYMaeibac 7.4 43

55 ProteinMwoldingMSimulationskMtombiningMtoarseZgrainedMβodelsMandMrllZatomMβolecularMuynamics[M
TheoreticalfChemistryfAccountsYM2006YMbbgYMhfZig 1.9 16

54 rssessingMtheMinfluenceMofMelectrostaticMschemesMonMmolecularMdynamicsMsimulationsMofMsecondaryM
structureMformingMpeptides[MJournalfoffPhysicsfCondensedfMatterYM2006YMbiYMSdcjZSdef 1.8 18

53 rntileukemicMactivityMofMshepherdinMandMmolecularMdiversityMofMhspjaMinhibitors[MJournalfoffthef
NationalfCancerfInstituteYM2006YMjiYMbagiZhh 9.7 80

52 yumanMandMchickenMantibodiesMtoMttRfZvtαbMblockMmucosalMandMsystemicMyzVMinfection[M
RetrovirologyYM2006YMdYMb 3.6 78

51 SmallZmoleculeMtargetingMofMheatMshockMproteinMjaMchaperoneMfunctionkMrationalMidentificationMofMaM
newManticancerMlead[MJournalfoffMedicinalfChemistryYM2006YMejYMhhcbZda 8.3 79

50 zmmunogenicMandMstructuralMpropertiesMofMtheMrsnZxlyZrrgMUγxRVMtumorMneovasculatureZhomingM
motif[MMolecularfImmunologyYM2006YMedYMbfajZbi 4.3 46

49 SimilarMfoldsMwithMdifferentMstabilizationMmechanismskMtheMcasesMofMPrionMandMuoppelMproteins[MBMCf
StructuralfBiologyYM2006YMgYMbh 2.7 17

48 βodelingMenzymaticMprocesseskMrMmolecularMsimulationManalysisMofMtheMoriginsMofMregioselectivity[M
ChemicalfPhysicsfLettersYM2006YMebiYMdhdZdhg 2.5 9

47 βisfoldingMofMtheMamyloidMbetaZproteinkMaMmolecularMdynamicsMstudy[MProteins:fStructuresfFunctionf
andfBioinformaticsYM2006YMgcYMbidZjc 4.2 45

46
TheMdeterminantsMofMstabilityMinMtheMhumanMprionMproteinkMinsightsMintoMfoldingMandMmisfoldingMfromM
theManalysisMofMtheMchangeMinMtheMstabilizationMenergyMdistributionMinMdifferentMconditions[MProteins:f
StructuresfFunctionfandfBioinformaticsYM2006YMgcYMgjiZhah

4.2 31

45 SequenceMdependenceMofMamyloidMfibrilMformationkMinsightsMfromMmolecularMdynamicsMsimulations[M
JournalfoffMolecularfBiologyYM2005YMdejYMfidZjg 6.5 83

44 βechanismMofMhelixMnucleationMandMpropagationkMmicroscopicMviewMfromMmicrosecondMtimeMscaleMβuM
simulations[MJournalfoffPhysicalfChemistryfBYM2005YMbajYMcaageZh 3.4 33

43 StudyMofMtheMVillinMheadpieceMfoldingMdynamicsMbyMcombiningMcoarseZgrainedMβonteMtarloMevolutionM
andMallZatomMmolecularMdynamics[MProteins:fStructuresfFunctionfandfBioinformaticsYM2005YMfiYMefjZhb 4.2 52
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42 rMdynamicMperspectiveMonMtheMmolecularMrecognitionMofMchitooligosaccharideMligandsMbyMheveinM
domains[MCarbohydratefResearchYM2005YMdeaYMbadjZej 2.9 11

41 vffectMofMhexafluoroisopropanolMalcoholMonMtheMstructureMofMmelittinkMaMmolecularMdynamicsM
simulationMstudy[MProteinfScienceYM2005YMbeYMcficZj 6.3 65

40 RationalMdesignMofMshepherdinYMaMnovelManticancerMagent[MCancerfCellYM2005YMhYMefhZgi 24.3 275

39 rMdecoyMsetMforMtheMthermostableMsubdomainMfromMchickenMvillinMheadpieceYMcomparisonMofMdifferentM
freeMenergyMestimators[MBMCfBioinformaticsYM2005YMgYMdab 3.6 14

38 StructureMelucidationMandMduMsolutionMconformationMofMtheMantibioticMenduracidinMdeterminedMbyM
γβRMspectroscopyMandMmolecularMdynamics[MMagneticfResonancefinfChemistryYM2005YMedYMgadZba 2.1 19

37 βolecularMdynamicsMsimulationMofMtheMaggregationMofMtheMcoreZrecognitionMmotifMofMtheMisletM
amyloidMpolypeptideMinMexplicitMwater[MProteins:fStructuresfFunctionfandfBioinformaticsYM2005YMfjYMfbjZch 4.2 43

36 ueterminantsMofMproteinMstabilityMandMfoldingkMcomparativeManalysisMofMbetaZlactoglobulinsMandMliverM
basicMfattyMacidMbindingMprotein[MProteins:fStructuresfFunctionfandfBioinformaticsYM2005YMgbYMdggZhg 4.2 20

35 woldingMandMmisZfoldingMofMpeptidesMandMproteinskMinsightsMfromMmolecularMsimulations[MMinitReviewsf
infMedicinalfChemistryYM2005YMfYMdfdZj 3.2 7

34 rntileukemicMrctivityMofMShepherdinYMaMγovelMTargetedMznhibitorMofMtheMSurvivinZyspjaMtomplex[[M
BloodYM2005YMbagYMcecZcec 2.2 1

33 ThermodynamicsMofMbetaZamyloidMfibrilMformation[MJournalfoffChemicalfPhysicsYM2004YMbcaYMidahZbh 3.9 26

32 UnderstandingMtheMdeterminantsMofMstabilityMandMfoldingMofMsmallMglobularMproteinsMfromMtheirM
energetics[MProteinfScienceYM2004YMbdYMbbdZce 6.3 70

31 TheMinfluenceMofMsimulationMconditionsMinMmolecularMdynamicsMinvestigationsMofMmodelM˛†ZsheetM
peptides[MTheoreticalfChemistryfAccountsYM2004YMbbcYMbef 1.9 18

30
setaZhairpinMconformationMofMfibrillogenicMpeptideskMstructureMandMalphaZbetaMtransitionMmechanismM
revealedMbyMmolecularMdynamicsMsimulations[MProteins:fStructuresfFunctionfandfBioinformaticsYM2004YM
fhYMbjiZcae

4.2 78

29 tharacterizationMofMtheMconformationalMspaceMofMaMtripleZstrandedMbetaZsheetMformingMpeptideMwithM
molecularMdynamicsMsimulations[MProteins:fStructuresfFunctionfandfBioinformaticsYM2004YMfhYMhdeZeg 4.2 6

28 RemoteMcontrolMofMenzymeMselectivitykMtheMcaseMofMsteviosideMandMsteviolbioside[MTetrahedronYM2004YM
gaYMhebZheg 2.4 11

27
βodelingMtheMalphaZhelixMtoMbetaZhairpinMtransitionMmechanismMandMtheMformationMofMoligomericM
aggregatesMofMtheMfibrillogenicMpeptideMrbetaUbcZciVkMinsightsMfromMallZatomMmolecularMdynamicsM
simulations[MJournalfoffMolecularfGraphicsfandfModellingYM2004YMcdYMcgdZhd

2.8 25

26
TowardMtheMunderstandingMofMtheMstructureMandMdynamicsMofMproteinZcarbohydrateMinteractionskM
molecularMdynamicsMstudiesMofMtheMcomplexesMbetweenMheveinMandMoligosaccharidicMligands[M
CarbohydratefResearchYM2004YMddjYMjifZje

2.9 23

25 rllZrtomMwoldingMSimulationsMofMtheMVillinMyeadpieceMfromMStochasticallyMSelectedMtoarseZxrainedM
Structures[MJournalfoffPhysicalfChemistryfBYM2004YMbaiYMbccghZbccha 3.4 36
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24 SynthesisYMstructureMandMconformationMofMpartiallyZmodifiedMretroZMandMretroZinversoM
psi[γytyUtwdV]xlyMpeptides[MChemistryftfAfEuropeanfJournalYM2003YMjYMefbaZcc 4.8 70

23 znterplayMbetweenMhydrophobicMclusterMandMloopMpropensityMinMbetaZhairpinMformationkMaM
mechanisticMstudy[MProteinfScienceYM2003YMbcYMfdiZfa 6.3 31

22 StructureMdeterminationMandMdynamicsMofMpeptidesMoverlappingMtheMcatalyticMhairpinMofMtheM
RasZspecificMxvwMtdccfUβmV[MBiochemistryYM2003YMecYMbcbfeZgc 3.2 6

21 SimulationMofMβscαMgatingMinMaMbilayerMunderMstress[MBiophysicalfJournalYM2003YMieYMcddbZh 2.9 67

20 woldingMandMstabilityMofMtheMthreeZstrandedMbetaZsheetMpeptideMsetanovakMinsightsMfromMmolecularM
dynamicsMsimulations[MProteins:fStructuresfFunctionfandfBioinformaticsYM2002YMegYMdiaZjc 4.2 45

19 StructureZactivityMrelationshipsMofMlinearMandMcyclicMpeptidesMcontainingMtheMγxRMtumorZhomingM
motif[MJournalfoffBiologicalfChemistryYM2002YMchhYMehijbZh 5.4 144

18
βechanismMbyMwhichMcYcYcZtrifluoroethanol]waterMmixturesMstabilizeMsecondaryZstructureMformationM
inMpeptideskMaMmolecularMdynamicsMstudy[MProceedingsfoffthefNationalfAcademyfoffSciencesfoffthef
UnitedfStatesfoffAmericaYM2002YMjjYMbcbhjZie

11.5 406

17 ProbingMtheMhirudinZthrombinMinteractionMbyMincorporationMofMnoncodedMaminoMacidsMandMmolecularM
dynamicsMsimulation[MBiochemistryYM2002YMebYMbdffgZgj 3.2 23

16 βodelingMenzymeMreactivityMinMorganicMsolventsMandMwaterMthroughMcomputerMsimulations[MJournalfoff
BiotechnologyYM2002YMjgYMcdZdd 3.7 21

15 ˛†MdMZrdrenergicMreceptorMligandskMinsightMintoMstructureâ��activityMrelationshipsMusingMβonteZtarloM
conformationalManalysisMinMwater[MTetrahedronYM2001YMfhYMbiejZbiff 2.4 4

14 SimulationMofMcarbohydrateZproteinMinteractionskMcomputerZaidedMdesignMofMaMsecondMgenerationM
xβbMmimic[MJournalfoffComputertAidedfMolecularfDesignYM2001YMbfYMbbhZci 4.2 8

13 OptimizationMofMvnzymaticMvnantiomericMResolutionsMThroughMSolventMSelectionM2001YMdbjZdce

12 touplingMhighMenzymeMactivityMandMstabilitykMaMchallengingMtarget[MTrendsfinfBiotechnologyYM2000YMbiYMeab 15.1 6

11 βodellingMofMvnzymeMPropertiesMinMOrganicMSolvents[MMonatsheftefFˆ…rfChemieYM2000YMbdbYMfchZfeh 1.4 18

10 βodellingMtheMenantioselectivityMofMsubtilisinMinMwaterMandMorganicMsolventskMinsightsMfromMmolecularM
dynamicsMandMquantumMmechanical]molecularMmechanicalMstudies[MChemicalfCommunicationsYM2000YMffjZfga5.8 6

9 βodellingMofMvnzymeMPropertiesMinMOrganicMSolventsM2000YMbZcb 1

8 RationalizationMofMtheMvnantioselectivityMofMSubtilisinMinMuβw[MJournalfoffthefAmericanfChemicalf
SocietyYM1999YMbcbYMdeigZdejd 16.4 42

7 StabilityMandMrctivityMofMβesophilicMSubtilisinMvMandMztsMThermophilicMyomologkMMznsightsMfromM
βolecularMuynamicsMSimulations[MJournalfoffthefAmericanfChemicalfSocietyYM1999YMbcbYMgijfZgjad 16.4 63

(1999-2003)
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6 SolventMuynamicsMandMβechanismMofMProtonMTransferMinMyumanMtarbonicMrnhydraseMzz[MJournalfoff
thefAmericanfChemicalfSocietyYM1999YMbcbYMccjaZcdac 16.4 107

5 rpplicationMofMstructureZbasedMthermodynamicMcalculationsMtoMtheMrationalizationMofMtheM
enantioselectivityMofMsubtilisinMinMorganicMsolvents[MTetrahedron:fAsymmetryYM1998YMjYMbcafZbcbe 25

4 vnantioselectiveMmukaiyamaZmichaelMreactionsMofMcZcarbomethoxyMcyclopentenoneMcatalyzedMbyM
chiralMbisUOxazolineVZtuUzzVMcomplexes[MTetrahedronfLettersYM1996YMdhYMijcbZijce 2 81

3 TheManswerMliesMinMtheMenergykMhowMsimpleMatomisticMmolecularMdynamicsMsimulationsMmayMholdMtheM
keyMtoMepitopeMpredictionMonMtheMfullyMglycosylatedMSrRSZtoVZcMspikeMprotein 1

2 uifferentialMrntibodyMRecognitionMbyMγovelMSrRSZtoVZcMandMSrRSZtoVMSpikeMProteinMReceptorM
sindingMuomainskMβechanisticMznsightsMandMzmplicationsMforMtheMuesignMofMuiagnosticsMandMTherapeutics 2

1 rurβuvtbMmaintainsMaMnovelMgrowthMfactorMsignalingMloopMinMcancerMstemMcells 3
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