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j Paper IF Citations

242 ’olecularJdynamicsJsimulationJorJstructureJrefinementJofJproteinsjJareJsolventJmoleculesJ
requiredoJqJcaseJstudyJusingJhenJlysozymeXXJEuropeanfBiophysicsfJournalVJ2022VJa 1.9 0

241 qJmethodJtoJapplyJbondWangleJconstraintsJinJmolecularJdynamicsJsimulationsXJJournalfoff
ComputationalfChemistryVJ2021VJdbVJdahWdcd 3.5 2

240 ”nJtheJöseJofJÜideWshainJ“’³J³elaxationJtataJtoJteriveJÜtructuralJandJtynamicalJynformationJonJ
–roteinsjJqJsaseJÜtudyJösingJxenJ‘ysozymeXJChemBioChemVJ2021VJbbVJaZdiWaZfd 3.8 4

239 ”nJtheJuseJofJzWcouplingJ“’³JdataJtoJderiveJstructuralJinformationJonJproteinsXJJournalfoff
BiomolecularfNMRVJ2021VJgeVJciWgZ 3 2

238
”nJtheJuffectJofJtheJüariousJqssumptionsJandJqpproximationsJusedJinJ’olecularJÜimulationsJonJ
theJ–ropertiesJofJrioW’olecularJÜystemsjJ”verviewJandJ–erspectiveJonJyssuesXJChemPhysChemVJ
2021VJbbVJbfdWbhb

3.2 2

237 qlgorithmsJtoJapplyJdihedralWangleJconstraintsJinJmolecularJorJstochasticJdynamicsJsimulationsXJ
JournalfoffChemicalfPhysicsVJ2020VJaebVJZbdaZi 3.9 3

236
sonformationalJ–ropertiesJofJtheJshemotherapeuticJtrugJqnalogueJupothiloneJqjJxowJtoJ’odelJaJ
vlexibleJ–roteinJ‘igandJösingJÜcarcelyJqvailableJuxperimentalJtataXJJournalfoffChemicalfInformationf
andfModelingVJ2019VJeiVJbbahWbbcZ

6.1 2

235 äheJ³ootsJofJrioW’olecularJÜimulationjJäheJuightW−eekJsusq’J−orkshopJâ��’odelsJforJ–roteinJ
tynamicsâ��JofJaigfXJHelveticafChimicafActaVJ2019VJaZbVJeahZZbci 2 1

234 üalidierungJvonJmolekularenJÜimulationenjJeineJˆ�bersichtJverschiedenerJqspekteXJAngewandtef
ChemieVJ2018VJacZVJhidWiae 3.6 3

233 üalidationJofJ’olecularJÜimulationjJqnJ”verviewJofJyssuesXJAngewandtefChemieftfInternationalf
EditionVJ2018VJegVJhhdWiZb 16.4 74

232
ynterpretationJofJÜeeminglyJsontradictoryJtatajJ‘owJ“’³JÜJ”rderJ–arametersJ”bservedJinJxelicesJ
andJxighJ“’³JÜJ”rderJ–arametersJinJtisorderedJ‘oopsJofJtheJ–roteinJhwxJatJ‘owJpxXJChemistryftfAf
EuropeanfJournalVJ2017VJbcVJieheWieia

4.8 2

231 ösingJsomplementaryJ“’³JtataJÜetsJäoJtetectJynconsistenciesJandJ’odelJvlawsJinJtheJÜtructureJ
teterminationJofJxumanJynterleukinWdXJJournalfoffPhysicalfChemistryfBVJ2017VJabaVJgZeeWgZfc 3.4 2

230
qJmolecularJdynamicsJsimulationJinvestigationJofJtheJrelativeJstabilityJofJtheJcyclicJpeptideJ
octreotideJandJitsJdeprotonatedJandJitsJRsvSWärpJsubstitutedJanalogsJinJdifferentJsolventsXJ
BioorganicfandfMedicinalfChemistryVJ2016VJbdVJdicfWdidh

3.4 2

229 restimmungJvonJÜtrukturinformationJausJexperimentellenJ’essdatenJfˆ…rJriomolekˆ…leXJ
AngewandtefChemieVJ2016VJabhVJafbbbWafbdd 3.6 7

228 ”nJtheJuseJofJtimeWaveragingJrestraintsJwhenJderivingJbiomolecularJstructureJfromJ´‡JWcouplingJ
valuesJobtainedJfromJ“’³JexperimentsXJJournalfoffBiomolecularfNMRVJ2016VJffVJfiWhc 3 1

227 terivingJÜtructuralJynformationJfromJuxperimentallyJ’easuredJtataJonJriomoleculesXJAngewandtef
ChemieftfInternationalfEditionVJ2016VJeeVJaeiiZWafZaZ 16.4 21

226 ynvestigationJofJtheJstructuralJpreferenceJandJflexibilityJofJtheJloopJresiduesJinJamyloidJfibrilsJofJ
theJxuäWsJprionXJPhysicalfChemistryfChemicalfPhysicsVJ2016VJahVJehfZWf 3.6 4
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225 w³”’”ÜJpolarisableJmodelJforJacetoneXJMolecularfPhysicsVJ2016VJaadVJhdeWhed 1.7 5

224 qJcomparisonJofJpathwayWindependentJandJpathwayWdependentJmethodsJinJtheJcalculationJofJ
conformationalJfreeJenthalpyJdifferencesXJProteinfScienceVJ2016VJbeVJahdWia 6.3 1

223 –olarizableJcoarseWgrainedJmodelsJforJmolecularJdynamicsJsimulationJofJliquidJcyclohexaneXJJournalf
offComputationalfChemistryVJ2015VJcfVJacaaWba 3.5 7

222 shallengeJofJrepresentingJentropyJatJdifferentJlevelsJofJresolutionJinJmolecularJsimulationXJJournalf
offPhysicalfChemistryfBVJ2015VJaaiVJgecWfc 3.4 6

221 ÜtructuralJandJenergeticJeffectsJofJtheJuseJofJpolarisableJwaterJtoJsolvateJproteinsXJMolecularf
PhysicsVJ2015VJaacVJbhaeWbhbh 1.7 2

220 ”nJtheJuseJofJaJweakWcouplingJthermostatJinJreplicaWexchangeJmolecularJdynamicsJsimulationsXJ
JournalfoffChemicalfPhysicsVJ2015VJadcVJZcdaaZ 3.9 10

219 ”nJtheJpitfallsJofJpeerJreviewXJFxwwwResearchVJ2015VJdVJabdd 3.6 2

218
äheJkeyJtoJpredictingJtheJstabilityJofJproteinJmutantsJliesJinJanJaccurateJdescriptionJandJproperJ
configurationalJsamplingJofJtheJfoldedJandJdenaturedJstatesXJBiochimicafEtfBiophysicafActaftf
GeneralfSubjectsVJ2015VJaheZVJihcWiie

4 7

217
”nJtheJuseJofJoneWstepJperturbationJtoJinvestigateJtheJdependenceJofJ“”uWderivedJatomWatomJ
distanceJboundJviolationsJofJpeptidesJuponJaJvariationJofJforceWfieldJparametersXJEuropeanf
BiophysicsfJournalVJ2014VJdcVJaacWi

1.9 6

216 qnJimprovedJsimpleJpolarisableJwaterJmodelJforJuseJinJbiomolecularJsimulationXJJournalfoff
ChemicalfPhysicsVJ2014VJadaVJbbteae 3.9 16

215 ”nJtheJÜensitivityJofJ–eptideJ“ucleicJqcidJtuplexJvormationJandJsrystalJtissolutionJtoJaJüariationJ
ofJvorceWvieldJ–arametersXJJournalfoffChemicalfTheoryfandfComputationVJ2014VJaZVJciaWdZZ 6.4 2

214 ”nJtheJcompatibilityJofJpolarisableJandJnonWpolarisableJmodelsJforJliquidJwaterXJMolecularfPhysicsVJ
2014VJaabVJbgfaWbghZ 1.7 11

213 qJpolarizableJempiricalJforceJfieldJforJmolecularJdynamicsJsimulationJofJliquidJhydrocarbonsXJ
JournalfoffComputationalfChemistryVJ2014VJceVJghiWhZa 3.5 24

212 ”nJtheJöseJofJaJÜupramolecularJsoarseWwrainedJ’odelJforJtheJÜolventJinJÜimulationsJofJtheJvoldingJ
uquilibriumJofJanJ”ctaW˛†WpeptideJinJ’e”xJandJxb”XJHelveticafChimicafActaVJ2014VJigVJaeiaWafZe 2 4

211 äimeWaveragedJorderJparameterJrestraintsJinJmolecularJdynamicsJsimulationsXJJournalfoff
BiomolecularfNMRVJ2014VJfZVJafiWhg 3 19

210
ösingJenvelopingJdistributionJsamplingJtoJcomputeJtheJfoldingJfreeJenthalpyJofJaJ˛†WpeptideJwithJaJ
veryJunstableJfoldedJconformationJinJsolutionjJäheJadvantageJofJfocusedJsamplingJusingJutÜXJ
ChemicalfPhysicsVJ2014VJdbhVJaefWafc

2.3 3

209 ÜtructureJofJhenJeggWwhiteJlysozymeJsolvatedJinJävuYwaterjJaJmolecularJdynamicsJsimulationJstudyJ
basedJonJ“’³JdataXJJournalfoffBiomolecularfNMRVJ2013VJeeVJcciWec 3 11

208 ”nJtheJuseJofJadvancedJmodellingJtechniquesJtoJinvestigateJtheJconformationalJdiscrepancyJ
betweenJtwoJαWrayJstructuresJofJtheJqppqJr‘övJdomainXJMolecularfSimulationVJ2013VJciVJdgbWdhf 2 4

(2013-2016)
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207
”nJtheJuseJofJoneWstepJperturbationJtoJinvestigateJtheJdependenceJofJdifferentJpropertiesJofJ
liquidJwaterJonJaJvariationJofJmodelJparametersJfromJaJsingleJsimulationâ� XJMolecularfPhysicsVJ2013VJ
aaaVJbccdWbcdd

1.7 2

206 äheJsevenJsinsJinJacademicJbehaviorJinJtheJnaturalJsciencesXJAngewandtefChemieftfInternationalf
EditionVJ2013VJebVJaahWbb 16.4 21

205 ’ultiWresolutionJsimulationJofJbiomolecularJsystemsjJaJreviewJofJmethodologicalJissuesXJ
AngewandtefChemieftfInternationalfEditionVJ2013VJebVJbhbZWcd 16.4 63

204 tieJsiebenJäodsˆ…ndenJakademischenJxandelnsJinJderJnaturwissenschaftlichenJvorschungXJ
AngewandtefChemieVJ2013VJabeVJabhWacb 3.6 9

203 ”nJtheJchoiceJofJaJreferenceJstateJforJoneWstepJperturbationJcalculationsJbetweenJpolarJandJ
nonpolarJmoleculesJinJaJpolarJenvironmentXJJournalfoffComputationalfChemistryVJ2013VJcdVJchgWic 3.5 5

202 ’ultipleJbindingJmodesJforJpalmitateJtoJbarleyJlipidJtransferJproteinJfacilitatedJbyJtheJpresenceJofJ
prolineJabXJProteinfScienceVJ2013VJbbVJefWfd 6.3 8

201 sonformationalJ–referencesJofJaJ˛†W”ctapeptideJasJvunctionJofJÜolventJandJvorceWvieldJ–arametersXJ
HelveticafChimicafActaVJ2013VJifVJahiWbZZ 2 5

200 ³efinementJofJtheJapplicationJofJtheJw³”’”ÜJedqgJforceJfieldJtoJ˛†WpeptidesXJJournalfoff
ComputationalfChemistryVJ2013VJcdVJbgifWhZe 3.5 39

199 ynfluenceJofJvariationJofJaJsideJchainJonJtheJfoldingJequilibriumJofJaJ˛†WpeptidejJlimitationsJofJ
oneWstepJperturbationXJJournalfoffComputationalfChemistryVJ2013VJcdVJahiiWiZf 3.5 1

198 riomolekulareJÜimulationenJmitJmehrerenJquflˆ¶sungsniveausjJeinJˆ�berblickJˆ…berJmethodischeJ
qspekteXJAngewandtefChemieVJ2013VJabeVJbhhhWbiZd 3.6 6

197 qrchitectureVJimplementationJandJparallelisationJofJtheJw³”’”ÜJsoftwareJforJbiomolecularJ
simulationXJComputerfPhysicsfCommunicationsVJ2012VJahcVJhiZWiZc 4.2 246

196
xelicalJcontentJofJaJ˛†RcSWoctapeptideJinJmethanoljJmolecularJdynamicsJsimulationsJexplainJaJ
seemingJdiscrepancyJbetweenJconclusionsJderivedJfromJstJandJ“’³JdataXJChemistryftfAfEuropeanf
JournalVJ2012VJahVJehfWic

4.8 14

195 “ewJfunctionalitiesJinJtheJw³”’”ÜJbiomolecularJsimulationJsoftwareXJJournalfoffComputationalf
ChemistryVJ2012VJccVJcdZWec 3.5 91

194 ”nJtheJeffectJofJaJvariationJofJtheJforceJfieldVJspatialJboundaryJconditionJandJsizeJofJtheJQ’JregionJ
inJQ’Y’’J’tJsimulationsXJJournalfoffComputationalfChemistryVJ2012VJccVJcfcWgh 3.5 33

193
qssessmentJofJenvelopingJdistributionJsamplingJtoJcalculateJrelativeJfreeJenthalpiesJofJbindingJforJ
eightJnetropsinWt“qJduplexJcomplexesJinJaqueousJsolutionXJJournalfoffComputationalfChemistryVJ
2012VJccVJfdZWea

3.5 21

192 vreeJenthalpiesJofJreplacingJwaterJmoleculesJinJproteinJbindingJpocketsXJJournalfoffComputertAidedf
MolecularfDesignVJ2012VJbfVJabicWcZi 4.2 22

191 üalidationJofJtheJw³”’”ÜJedqgJvorceJvieldJ³egardingJ’ixedJ˛–Y˛†W–eptideJ’oleculesXJHelveticaf
ChimicafActaVJ2012VJieVJbefbWbegg 2 11

190 ähirtyWfiveJyearsJofJbiomolecularJsimulationjJdevelopmentJofJmethodologyVJforceJfieldsJandJ
softwareXJMolecularfSimulationVJ2012VJchVJabgaWabha 2 18
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189 ’olecularJdynamicsJsimulationJofJtheJlastJstepJofJaJcatalyticJcyclejJproductJreleaseJfromJtheJactiveJ
siteJofJtheJenzymeJchorismateJmutaseJfromJ’ycobacteriumJtuberculosisXJProteinfScienceVJ2012VJbaVJafgbWha6.3 2

188 ”nJtheJcalculationJofJ´‡z˛–˛†WcouplingJconstantsJforJsideJchainsJinJproteinsXJJournalfoffBiomolecularf
NMRVJ2012VJecVJbbcWdf 3 21

187 ÜolvatingJatomicJlevelJfineWgrainedJproteinsJinJsupraWmolecularJlevelJcoarseWgrainedJwaterJforJ
molecularJdynamicsJsimulationsXJEuropeanfBiophysicsfJournalVJ2012VJdaVJfdgWfa 1.9 40

186 ’olecularJdynamicsJsimulationJofJthionatedJhenJeggJwhiteJlysozymeXJProteinfScienceVJ2012VJbaVJaaecWfa 6.3 4

185 salculationJofJtheJrelativeJfreeJenergyJofJoxidationJofJqzurinJatJpxJeJandJpxJiXJJournalfoff
ComputationalfChemistryVJ2012VJccVJadfgWgg 3.5

184 ynterfacingJtheJw³”’”ÜJRbioSmolecularJsimulationJsoftwareJtoJquantumWchemicalJprogramJ
packagesXJJournalfoffComputationalfChemistryVJ2012VJccVJbaZhWag 3.5 12

183 äestJofJaJmethodJforJsamplingJtheJinternalJdegreesJofJfreedomJofJaJflexibleJsoluteJmoleculeJbasedJ
onJadiabaticJdecouplingJandJtemperatureJorJforceJscalingXJMolecularfPhysicsVJ2012VJaaZVJdZgWdag 1.7 2

182 qnJqnalysisJofJtheJüalidityJofJ’arkovJÜtateJ’odelsJforJumulatingJtheJtynamicsJofJslassicalJ
’olecularJÜystemsJandJunsemblesXJJournalfoffChemicalfTheoryfandfComputationVJ2011VJgVJaZcbWdd 6.4 25

181 w³”’”ÜUUJÜoftwareJforJtheJqnalysisJofJriomolecularJÜimulationJärajectoriesXJJournalfoffChemicalf
TheoryfandfComputationVJ2011VJgVJccgiWiZ 6.4 160

180 qnJeffectiveJforceJfieldJforJmolecularJdynamicsJsimulationsJofJdimethylJsulfoneXJMolecularfPhysicsVJ
2011VJaZiVJbeicWbfZe 1.7 3

179
“ewJynteractionJ–arametersJforJ”xygenJsompoundsJinJtheJw³”’”ÜJvorceJvieldjJymprovedJ
–ureW‘iquidJandJÜolvationJ–ropertiesJforJqlcoholsVJuthersVJqldehydesVJ†etonesVJsarboxylicJqcidsVJ
andJustersXJJournalfoffChemicalfTheoryfandfComputationVJ2011VJgVJaZafWca

6.4 93

178 vreeJenergyJcalculationsJofferJinsightsJintoJtheJinfluenceJofJreceptorJflexibilityJonJligandWreceptorJ
bindingJaffinitiesXJJournalfoffComputertAidedfMolecularfDesignVJ2011VJbeVJgZiWaf 4.2 10

177 riomolecularJstructureJrefinementJusingJtheJw³”’”ÜJsimulationJsoftwareXJJournalfoffBiomolecularf
NMRVJ2011VJeaVJbfeWha 3 39

176 ’embraneJproteinJdynamicsJinJdifferentJenvironmentsjJsimulationJstudyJofJtheJouterJmembraneJ
proteinJαJinJaJlipidJbilayerJandJinJaJmicelleXJEuropeanfBiophysicsfJournalVJ2011VJdZVJciWeh 1.9 13

175 tefinitionJandJtestingJofJtheJw³”’”ÜJforceWfieldJversionsJedqgJandJedrgXJEuropeanfBiophysicsf
JournalVJ2011VJdZVJhdcWef 1.9 1326

174 qJmethodJforJconformationalJsamplingJofJloopsJinJproteinsJbasedJonJadiabaticJdecouplingJandJ
temperatureJorJforceJscalingXJChemPhysChemVJ2011VJabVJbfZiWad 3.2 3

173 ynfluenceJofJüariationJofJaJÜideJshainJonJtheJvoldingJuquilibriumJofJaJ˛†W–eptideXJHelveticafChimicaf
ActaVJ2011VJidVJeigWfaZ 2 5

172 salculationJofJbindingJfreeJenergiesJofJinhibitorsJtoJplasmepsinJyyXJJournalfoffComputationalf
ChemistryVJ2011VJcbVJahZaWab 3.5 18

(2011-2012)
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171 qJsimpleVJefficientJpolarizableJmolecularJmodelJforJliquidJcarbonJtetrachlorideXJMolecularfPhysicsVJ
2011VJaZiVJcfeWcgb 1.7 13

170 äheJeffectJofJusingJaJpolarizableJsolventJmodelJuponJtheJfoldingJequilibriumJofJdifferentJ
˛†WpeptidesXJMolecularfPhysicsVJ2011VJaZiVJdicWeZf 1.7 18

169 qJsimpleVJefficientJpolarizableJcoarseWgrainedJwaterJmodelJforJmolecularJdynamicsJsimulationsXJ
JournalfoffChemicalfPhysicsVJ2011VJacdVJZhdaaZ 3.9 107

168 qJoneWsiteJpolarizableJmodelJforJliquidJchloroformjJs”ÜYsXJMolecularfPhysicsVJ2010VJaZhVJagdiWageg 1.7 12

167
’olecularJdynamicsJsimulationsJofJtheJinteractionJbetweenJpolyhydroxylatedJcompoundsJandJ
‘ennardWzonesJwallsjJpreferentialJaffinityYexclusionJeffectsJandJtheirJrelevanceJforJbioprotectionXJ
MolecularfSimulationVJ2010VJcfVJgZhWgbh

2 6

166
³eplyJtoJtheJâ��sommentJonJâ��”nJusingJaJtooJlargeJintegrationJtimeJstepJinJmolecularJdynamicsJ
simulationsJofJcoarseWgrainedJmolecularJmodelsâ��â��JbyJÜXJzXJ’arrinkVJαXJ–erioleVJtXJ–eterJäielemanJandJ
qlexJxXJdeJüriesVJ–hysXJshemXJshemXJ–hysXVJbZaZVJabVJt”yjJaZXaZciYbiaebichXJPhysicalfChemistryf
ChemicalfPhysicsVJ2010VJabVJbbeg

3.6 10

165 äheJthermalJisomerizationJofJtheJwv–JchromophorejJqJcomputationalJstudyXJPhysicalfChemistryf
ChemicalfPhysicsVJ2010VJabVJaaZeaWfa 3.6 9

164 rasicJingredientsJofJfreeJenergyJcalculationsjJaJreviewXJJournalfoffComputationalfChemistryVJ2010VJ
caVJaefiWhb 3.5 225

163
’ethodsJofJ“’³JstructureJrefinementjJmolecularJdynamicsJsimulationsJimproveJtheJagreementJ
withJmeasuredJ“’³JdataJofJaJsWterminalJpeptideJofJws“dWpaXJJournalfoffBiomolecularfNMRVJ2010VJ
dgVJbbaWce

3 30

162 ÜtructureJdeterminationJofJaJflexibleJcyclicJpeptideJbasedJonJ“’³JandJ’tJsimulationJczWcouplingXJ
ChemPhysChemVJ2010VJaaVJhcZWe 3.2 10

161
’olecularJtynamicsJÜimulationJofJusterW‘inkedJxenJuggJ−hiteJ‘ysozymeJ³evealsJtheJuffectJofJ
’issingJrackboneJxydrogenJrondJtonorsJonJtheJ–roteinJÜtructureXJHelveticafChimicafActaVJ2010VJ
icVJahegWahfi

2 8

160 äheJuffectJofJvluoroJÜubstitutionJuponJtheJ˛†WxairpinJvoldJofJaJ˛†WäetrapeptideJinJ’ethanolXJ
HelveticafChimicafActaVJ2010VJicVJahgZWahha 2 1

159 ˛–WsyclodextrinJxostâ��wuestJrindingjJqJsomputationalJÜtudyJofJtheJtifferentJtrivingJvorcesXJ
HelveticafChimicafActaVJ2010VJicVJbcahWbcbe 2 2

158 qJw–öJsolventWsolventJinteractionJcalculationJacceleratorJforJbiomolecularJsimulationsJusingJtheJ
w³”’”ÜJsoftwareXJJournalfoffComputationalfChemistryVJ2010VJcaVJafcfWdc 3.5 18

157
ösingJoneWstepJperturbationJtoJpredictJtheJeffectJofJchangingJforceWfieldJparametersJonJtheJ
simulatedJfoldingJequilibriumJofJaJbetaWpeptideJinJsolutionXJJournalfoffComputationalfChemistryVJ
2010VJcaVJbdaiWbg

3.5 9

156 qJcomparisonJofJtheJdifferentJhelicesJadoptedJbyJ˛–WJandJ˛†WpeptidesJsuggestsJdifferentJreasonsJforJ
theirJstabilityXJProteinfScienceVJ2010VJaiVJbahfWie 6.3 12

155 uxploringJtheJtriggerJsequenceJofJtheJws“dJcoiledWcoiljJbiasedJmolecularJdynamicsJresolvesJ
apparentJinconsistenciesJinJ“’³JmeasurementsXJProteinfScienceVJ2010VJaiVJbdfbWgd 6.3 11

154
’olecularJdynamicsJcomputerJsimulationJasJaJtoolJforJtheJanalysisJofJsolvationjJqJstudyJofJdiluteJ
aqueousJsolutionsJofJaVdWdioxaneJandJaVcWdioxaneXJRecueilfDesfTravauxfChimiquesfDesfPaystBasVJ
2010VJaZdVJgiWhi

7
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153 ”nJtheJsonformationalJ–ropertiesJofJqmyloseJandJselluloseJ”ligomersJinJÜolutionXJInternationalf
JournalfoffCarbohydratefChemistryVJ2009VJbZZiVJaWh 23

152 ynterpretingJexperimentalJdataJbyJusingJmolecularJsimulationJinsteadJofJmodelJbuildingXJChemistryftf
AfEuropeanfJournalVJ2009VJaeVJfchiWih 4.8 15

151 qJcombinedJsolidWstateJ“’³JandJ’tJcharacterizationJofJtheJstabilityJandJdynamicsJofJtheJ
xuäWsRbahWbhiSJprionJinJitsJamyloidJconformationXJChemBioChemVJ2009VJaZVJafegWfe 3.8 41

150 voldingJandJunfoldingJofJtwoJmixedJalphaYbetaJpeptidesXJChemBioChemVJ2009VJaZVJbZcbWda 3.8 18

149 qJmethodJtoJexploreJproteinJsideJchainJconformationalJvariabilityJusingJexperimentalJdataXJ
ChemPhysChemVJ2009VJaZVJcbacWbh 3.2 23

148 ”nJtheJdirectJcalculationJofJtheJfreeJenergyJofJquantizationJforJmolecularJsystemsJinJtheJcondensedJ
phaseXJJournalfoffComputationalfChemistryVJ2009VJcZVJeadWbc 3.5 6

147 somparisonJofJthreeJenvelopingJdistributionJsamplingJxamiltoniansJforJtheJestimationJofJmultipleJ
freeJenergyJdifferencesJfromJaJsingleJsimulationXJJournalfoffComputationalfChemistryVJ2009VJcZVJaffdWgi 3.5 34

146 ”nJusingJaJtooJlargeJintegrationJtimeJstepJinJmolecularJdynamicsJsimulationsJofJcoarseWgrainedJ
molecularJmodelsXJPhysicalfChemistryfChemicalfPhysicsVJ2009VJaaVJaicdWda 3.6 70

145 ’olecularJsimulationJasJanJaidJtoJexperimentalistsXJCurrentfOpinionfinfStructuralfBiologyVJ2008VJahVJadiWec8.1 150

144 riomolecularJsimulationjJhistoricalJpictureJandJfutureJperspectivesXJBiochemicalfSocietyf
TransactionsVJ2008VJcfVJaaWe 5.1 38

143 ÜtructureJandJdynamicsJofJtwoJbetaWpeptidesJinJsolutionJfromJmolecularJdynamicsJsimulationsJ
validatedJagainstJexperimentXJEuropeanfBiophysicsfJournalVJ2008VJcgVJiZcWab 1.9 18

142 qJmolecularJdynamicsJstudyJofJtheJqÜsJandJ“q‘–aJpyrinJdomainsJatJneutralJandJlowJpxXJ
ChemBioChemVJ2008VJiVJibcWcc 3.8 6

141 uxploringJtheJconservedJwaterJsiteJandJhydrationJofJaJcoiledWcoilJtrimerisationJmotifjJaJ’tJ
simulationJstudyXJChemBioChemVJ2008VJiVJagdiWef 3.8 6

140 ”nJsearchingJinVJsamplingJofVJandJdynamicallyJmovingJthroughJconformationalJspaceJofJ
biomolecularJsystemsjJqJreviewXJJournalfoffComputationalfChemistryVJ2008VJbiVJaegWff 3.5 125

139
sombinedJQ’Y’’J’olecularJtynamicsJÜtudyJonJaJsondensedW–haseJÜ“bJ³eactionJatJ“itrogenjJJ
äheJuffectJofJuxplicitlyJyncludingJÜolventJ–olarizationXJJournalfoffChemicalfTheoryfandfComputationVJ
2007VJcVJadiiWeZi

6.4 50

138 ÜimulationJofJbetaWdepsipeptidesjJtheJeffectJofJmissingJhydrogenWbondJdonorsJonJtheirJfoldingJ
equilibriaXJBiopolymersVJ2007VJheVJcahWcb 2.2 13

137 qJcomparisonJofJmethodsJtoJcomputeJtheJpotentialJofJmeanJforceXJChemPhysChemVJ2007VJhVJafbWi 3.2 203

136 somparisonJofJthermodynamicJpropertiesJofJcoarseWgrainedJandJatomicWlevelJsimulationJmodelsXJ
ChemPhysChemVJ2007VJhVJdebWfa 3.2 92

(2007-2009)
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135 vreeJenergyJcalculationsJusingJflexibleWconstrainedVJhardWconstrainedJandJnonWconstrainedJ
molecularJdynamicsJsimulationsXJChemPhysChemVJ2007VJhVJaeegWfd 3.2 7

134
’olecularJdynamicsJsimulationsJofJtheJnativeJandJpartiallyJfoldedJstatesJofJubiquitinjJinfluenceJofJ
methanolJcosolventVJpxVJandJtemperatureJonJtheJproteinJstructureJandJdynamicsXJProteinfScienceVJ
2007VJafVJaaZaWah

6.3 43

133 ”nJusingJoscillatingJtimeWdependentJrestraintsJinJ’tJsimulationXJJournalfoffBiomolecularfNMRVJ
2007VJcgVJaWad 3 14

132 riomolecularJstructureJrefinementJbasedJonJadaptiveJrestraintsJusingJlocalWelevationJsimulationXJ
JournalfoffBiomolecularfNMRVJ2007VJciVJbfeWgc 3 20

131 ’olecularJ’odelingJösingJ“uclearJ’agneticJ³esonanceJtataXJReviewsfinfComputationalfChemistryVJ
2007VJadcWagb 5

130 qJmolecularJdynamicsJstudyJofJtheJbeeJvenomJmelittinJinJaqueousJsolutionVJinJmethanolVJandJ
insertedJinJaJphospholipidJbilayerXJEuropeanfBiophysicsfJournalVJ2006VJceVJbeeWfg 1.9 31

129 –athwayJdependenceJofJtheJefficiencyJofJcalculatingJfreeJenergyJandJentropyJofJsoluteâ��soluteJ
associationJinJwaterXJChemicalfPhysicsVJ2006VJccZVJdaZWdaf 2.3 4

128 ÜimulationJofJanJallWbetaJcWicosapeptideJcontainingJtheJbZJproteinogenicJsideJchainsjJeffectJofJ
temperatureVJpxVJcounterionsVJsolventVJandJforceJfieldJonJhelixJstabilityXJBiopolymersVJ2006VJhcVJfcfWde 2.2 5

127 riomolecularJmodelingjJwoalsVJproblemsVJperspectivesXJAngewandtefChemieftfInternationalfEditionVJ
2006VJdeVJdZfdWib 16.4 441

126 ’olecularJdynamicsJsimulationsJofJliquidJmethanolJandJmethanolWwaterJmixturesJwithJpolarizableJ
modelsXJJournalfoffComputationalfChemistryVJ2006VJbgVJadidWeZd 3.5 98

125 vorceJfieldJevaluationJforJbiomolecularJsimulationjJfreeJenthalpiesJofJsolvationJofJpolarJandJapolarJ
compoundsJinJvariousJsolventsXJChemPhysChemVJ2006VJgVJfgaWh 3.2 28

124 riomolekulareJ’odellierungjJZieleVJ–roblemeVJ–erspektivenXJAngewandtefChemieVJ2006VJaahVJdafhWdaih 3.6 29

123 ÜamplingJofJrareJeventsJusingJhiddenJrestraintsXJJournalfoffPhysicalfChemistryfBVJ2006VJaaZVJhdhhWih 3.4 27

122 äerminalWgroupJeffectsJonJtheJfoldingJbehaviorJofJselectedJbetaWpeptidesXJProteins:fStructuresf
FunctionfandfBioinformaticsVJ2006VJfcVJacfWdc 4.2 15

121 somparingJatomisticJsimulationJdataJwithJtheJ“’³JexperimentjJhowJmuchJcanJ“”usJactuallyJtellJ
usoXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2006VJfcVJbaZWh 4.2 77

120 –roteinJunderJpressurejJmolecularJdynamicsJsimulationJofJtheJarcJrepressorXJProteins:fStructuresf
FunctionfandfBioinformaticsVJ2006VJfeVJacfWdd 4.2 27

119 salculatingJzerosjJ“onWequilibriumJfreeJenergyJcalculationsXJChemicalfPhysicsVJ2006VJcbcVJaZbWaZh 2.3 34

118
satalyticJmechanismJofJcyclophilinJasJobservedJinJmolecularJdynamicsJsimulationsjJpathwayJ
predictionJandJreconciliationJofJαWrayJcrystallographicJandJ“’³JsolutionJdataXJProteinfScienceVJ2006VJ
aeVJbeddWea

6.3 26

WilfredtFtVantGunsteren
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117 “umericalJsimulationJofJtheJeffectJofJsolventJviscosityJonJtheJmotionsJofJaJbetaWpeptideJheptamerXJ
ChemistryftfAfEuropeanfJournalVJ2005VJabVJgbWe 4.8 19

116 ynterpretingJ“’³JdataJforJbetaWpeptidesJusingJmolecularJdynamicsJsimulationsXJJournalfoffthef
AmericanfChemicalfSocietyVJ2005VJabgVJadcbZWi 16.4 38

115 ufficientJcalculationJofJmanyJstackingJandJpairingJfreeJenergiesJinJt“qJfromJaJfewJmolecularJ
dynamicsJsimulationsXJChemistryftfAfEuropeanfJournalVJ2005VJaaVJdcdZWh 4.8 33

114 qnJimprovedJnucleicJacidJparameterJsetJforJtheJw³”’”ÜJforceJfieldXJJournalfoffComputationalf
ChemistryVJ2005VJbfVJgbeWcg 3.5 147

113 äheJw³”’”ÜJsoftwareJforJbiomolecularJsimulationjJw³”’”ÜZeXJJournalfoffComputationalf
ChemistryVJ2005VJbfVJagaiWea 3.5 514

112 qmineJhydrationjJaJunitedWatomJforceWfieldJsolutionXJChemPhysChemVJ2005VJfVJahZZWd 3.2 23

111 unergyâ��untropyJsompensationJinJtheJäransferJofJ“onpolarJÜolutesJfromJ−aterJtoJsosolventY−aterJ
’ixturesXJChemPhysChemVJ2005VJfVJaZaZWaZaZ 3.2

110 ”nJtheJinfluenceJofJchargedJsideJchainsJonJtheJfoldingWunfoldingJequilibriumJofJbetaWpeptidesjJaJ
molecularJdynamicsJsimulationJstudyXJChemistryftfAfEuropeanfJournalVJ2005VJaaVJgbgfWic 4.8 23

109 üalidationJofJtheJecqfJw³”’”ÜJforceJfieldXJEuropeanfBiophysicsfJournalVJ2005VJcdVJbgcWhd 1.9 392

108 –rinciplesJofJcarbopeptoidJfoldingjJaJmolecularJdynamicsJsimulationJstudyXJJournalfoffPeptidef
ScienceVJ2005VJaaVJgdWhd 2.1 18

107 ÜimulatingJtheJ–hysiologicalJ–haseJofJxydratedJt––sJrilayersjJäheJusterJ’oietyXJSoftfMaterialsVJ
2004VJbVJbgWde 1.7 16

106 sarbopeptoidJfoldingjJeffectsJofJstereochemistryVJchainJlengthVJandJsolventXJAngewandtefChemieftf
InternationalfEditionVJ2004VJdcVJdZeeWi 16.4 20

105 qreJ“’³WderivedJmodelJstructuresJforJbetaWpeptidesJrepresentativeJforJtheJensembleJofJstructuresJ
adoptedJinJsolutionoXJAngewandtefChemieftfInternationalfEditionVJ2004VJdcVJfcabWf 16.4 36

104 sarbopeptoidJvoldingjJuffectsJofJÜtereochemistryVJshainJ‘engthVJandJÜolventXJAngewandtefChemieVJ
2004VJaafVJdadgWdaea 3.6 3

103 qreJ“’³WterivedJ’odelJÜtructuresJforJ˛†W–eptidesJ³epresentativeJforJtheJunsembleJofJÜtructuresJ
qdoptedJinJÜolutionoXJAngewandtefChemieVJ2004VJaafVJfdgbWfdgf 3.6 12

102 unergyWentropyJcompensationJinJtheJtransferJofJnonpolarJsolutesJfromJwaterJtoJcosolventYwaterJ
mixturesXJChemPhysChemVJ2004VJeVJaddWg 3.2 47

101 somparisonJofJpropertiesJofJqibWrichJpeptidesJinJcrystalJandJsolutionjJaJmolecularJdynamicsJstudyXJ
ChemPhysChemVJ2004VJeVJfccWda 3.2 15

100 qJbiomolecularJforceJfieldJbasedJonJtheJfreeJenthalpyJofJhydrationJandJsolvationjJtheJw³”’”ÜJ
forceWfieldJparameterJsetsJecqeJandJecqfXJJournalfoffComputationalfChemistryVJ2004VJbeVJafefWgf 3.5 2844

(2004-2005)
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99 qlphaWJandJbetaWpolypeptidesJshowJaJdifferentJstabilityJofJhelicalJsecondaryJstructureXJTetrahedronVJ
2004VJfZVJgggeWgghZ 2.4 19

98 qnJuffectiveJvorceJvieldJforJ’olecularJtynamicsJÜimulationsJofJtimethylJÜulfoxideJandJtimethylJ
Üulfoxideâ��−aterJ’ixturesXJJournalfoffPhysicalfChemistryfBVJ2004VJaZhVJadcfWadde 3.4 90

97 ustimatingJentropiesJfromJmolecularJdynamicsJsimulationsXJJournalfoffChemicalfPhysicsVJ2004VJabZVJbfebWfa3.9 122

96 ’olecularJdynamicsJsimulationsJofJpeptidesJcontainingJanJunnaturalJaminoJacidjJdimerizationVJ
foldingVJandJproteinJbindingXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2004VJedVJaafWbg 4.2 16

95 vreeJenergiesJofJbindingJofJpolychlorinatedJbiphenylsJtoJtheJestrogenJreceptorJfromJaJsingleJ
simulationXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2004VJedVJbcgWdf 4.2 74

94 somputerJÜimulationJofJöreaâ��−aterJ’ixturesjJJqJäestJofJvorceJvieldJ–arametersJforJöseJinJ
riomolecularJÜimulationXJJournalfoffPhysicalfChemistryfBVJ2004VJaZhVJaZfeWaZga 3.4 109

93 qJnovelJapproachJforJdesigningJsimpleJpointJchargeJmodelsJforJliquidJwaterJwithJthreeJinteractionJ
sitesXJJournalfoffComputationalfChemistryVJ2003VJbdVJaZhgWif 3.5 22

92 ÜingleWstepJperturbationsJtoJcalculateJfreeJenergyJdifferencesJfromJunphysicalJreferenceJstatesjJ
limitsJonJsizeVJflexibilityVJandJcharacterXJJournalfoffComputationalfChemistryVJ2003VJbdVJagcZWi 3.5 60

91 ’olecularJdynamicsJsimulationsJofJsmallJpeptidesjJcanJoneJderiveJconformationalJpreferencesJfromJ
³”uÜβJspectraoXJChemistryftfAfEuropeanfJournalVJ2003VJiVJehchWdi 4.8 40

90 tevelopmentJofJaJsimpleVJselfWconsistentJpolarizableJmodelJforJliquidJwaterXJJournalfoffChemicalf
PhysicsVJ2003VJaahVJbbaWbcd 3.9 195

89
yncreasingJtheJäimeJÜtepJandJufficiencyJofJ’olecularJtynamicsJÜimulationsjJ”ptimalJÜolutionsJforJ
uquilibriumJÜimulationsJorJÜtructureJ³efinementJofJ‘argeJriomoleculesXJMolecularfSimulationVJ2003
VJbiVJabcWach

2 27

88
’olecularJdynamicsJsimulationsJofJphotoactiveJyellowJproteinJR–β–SJinJthreeJstatesJofJitsJ
photocyclejJaJcomparisonJwithJαWrayJandJ“’³JdataJandJanalysisJofJtheJeffectsJofJwludfJ
deprotonationJandJmutationXJEuropeanfBiophysicsfJournalVJ2002VJcaVJeZdWbZ

1.9 16

87 untropyJcalculationsJonJtheJmoltenJglobuleJstateJofJaJproteinjJsideWchainJentropiesJofJ
alphaWlactalbuminXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2002VJdfVJbaeWbd 4.2 55

86 ÜimulatingJproteinsJatJconstantJpxjJqnJapproachJcombiningJmolecularJdynamicsJandJ’onteJsarloJ
simulationXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2002VJdgVJdfiWhZ 4.2 137

85 qJsomparisonJofJ“onWrondedJÜcalingJqpproachesJforJvreeJunergyJsalculationsXJMolecularf
SimulationVJ2002VJbhVJdeWfe 2 99

84 sanJoneJderiveJtheJconformationalJpreferenceJofJaJbetaWpeptideJfromJitsJstJspectrumoXJJournalfoff
thefAmericanfChemicalfSocietyVJ2002VJabdVJabigbWh 16.4 147

83 terivationJofJanJimprovedJsimpleJpointJchargeJmodelJforJliquidJwaterjJÜ–sYqJandJÜ–sY‘XJJournalfoff
ChemicalfPhysicsVJ2002VJaafVJihaaWihbh 3.9 173

82 qJsomparisonJofJÜevenJvastJbutJqpproximateJ’ethodsJtoJsomputeJtheJvreeJunergyJofJ
teprotonationJforJqminoJqcidsJinJqqueousJÜolutionXJMolecularfSimulationVJ2001VJbgVJbaeWbcf 2 5

WilfredtFtVantGunsteren
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81 ’olecularJdynamicsJsimulationJofJnWdodecylJphosphateJaggregateJstructuresXJEuropeanfBiophysicsf
JournalVJ2001VJcZVJccZWdc 1.9 22

80 vreeJenergyJbarrierJestimationJofJunfoldingJtheJalphaWhelicalJsurfactantWassociatedJpolypeptideJsXJ
Proteins:fStructuresfFunctionfandfBioinformaticsVJ2001VJdcVJcieWdZb 4.2 9

79 somparisonJofJdifferentJschemesJtoJtreatJlongWrangeJelectrostaticJinteractionsJinJmolecularJ
dynamicsJsimulationsJofJaJproteinJcrystalXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2001VJdcVJeZiWai4.2 48

78 qJfastJÜxq†uJalgorithmJtoJsolveJdistanceJconstraintJequationsJforJsmallJmoleculesJinJmolecularJ
dynamicsJsimulationsXJJournalfoffComputationalfChemistryVJ2001VJbbVJeZaWeZh 3.5 647

77 üiscosityJdependenceJofJproteinJdynamicsXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2001VJ
dbVJdadWdba 4.2 42

76 untropyJcalculationsJonJaJreversiblyJfoldingJpeptidejJchangesJinJsoluteJfreeJenergyJcannotJexplainJ
foldingJbehaviorXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2001VJdcVJdeWef 4.2 85

75 qnJimprovedJw³”’”ÜifJforceJfieldJforJaliphaticJhydrocarbonsJinJtheJcondensedJphaseXJJournalfoff
ComputationalfChemistryVJ2001VJbbVJabZeWabah 3.5 741

74 terJÜchlˆ…sselJzumJüerstˆ⁄ndnisJdesJ–roteinfaltungsproblemsJliegtJinJderJrichtigenJreschreibungJdesJ
denaturiertenJZustandesXJAngewandtefChemieVJ2001VJaacVJcfcWcfg 3.6 16

73 äheJ†eyJtoJÜolvingJtheJ–roteinWvoldingJ–roblemJ‘iesJinJanJqccurateJtescriptionJofJtheJtenaturedJ
ÜtateXJAngewandtefChemieftfInternationalfEditionVJ2001VJdZVJceaWcee 16.4 106

72 ³eplyXJAngewandtefChemieftfInternationalfEditionVJ2001VJdZVJdfafWdfah 16.4 9

71 vurtherJinvestigationJonJtheJvalidityJofJÜtokesâ��uinsteinJbehaviourJatJtheJmolecularJlevelXJChemicalf
PhysicsfLettersVJ2001VJccdVJccgWcdb 2.5 22

70 salculationJofJ“’³WrelaxationJparametersJforJflexibleJmoleculesJfromJmolecularJdynamicsJ
simulationsXJJournalfoffBiomolecularfNMRVJ2001VJbZVJbigWcaZ 3 83

69 qJstrategyJforJanalysisJofJRmolecularSJequilibriumJsimulationsjJsonfigurationJspaceJdensityJ
estimationVJclusteringVJandJvisualizationXJJournalfoffChemicalfPhysicsVJ2001VJaadVJbZgiWbZhi 3.9 26

68 somparisonJofJfourJmethodsJtoJcomputeJtheJdielectricJpermittivityJofJliquidsJfromJmolecularJ
dynamicsJsimulationsXJJournalfoffChemicalfPhysicsVJ2001VJaaeVJaabeWaacf 3.9 303

67 ”neWÜtepJ–erturbationJ’ethodsJforJÜolvationJvreeJunergiesJofJ–olarJÜolutesXJJournalfoffPhysicalf
ChemistryfBVJ2001VJaZeVJaabfdWaabgd 3.4 55

66 üiscosityJdependenceJofJproteinJdynamicsJ2001VJdbVJdad 2

65 untropyJcalculationsJonJaJreversiblyJfoldingJpeptidejJshangesJinJsoluteJfreeJenergyJcannotJexplainJ
foldingJbehaviorJ2001VJdcVJde 1

64 qnJimprovedJw³”’”ÜifJforceJfieldJforJaliphaticJhydrocarbonsJinJtheJcondensedJphaseJ2001VJbbVJabZe 10

(2001-2001)
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63 ³eversibleJpeptideJfoldingjJtependenceJonJmolecularJforceJfieldJusedXJJournalfoffComputationalf
ChemistryVJ2000VJbaVJggdWghg 3.5 18

62 ’olecularJdynamicsJsimulationJofJhenJeggJwhiteJlysozymejJqJtestJofJtheJw³”’”ÜifJforceJfieldJ
againstJnuclearJmagneticJresonanceJdataXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2000VJdZVJadeWaec4.2 80

61 ’olecularWdynamicsJsimulationJofJtheJbetaJdomainJofJmetallothioneinJwithJaJsemiWempiricalJ
treatmentJofJtheJmetalJcoreXJProteins:fStructuresfFunctionfandfBioinformaticsVJ2000VJdaVJbiiWcae 4.2 39

60 vactorJαajJsimulationJstudiesJwithJanJeyeJtoJinhibitorJdesignXJJournalfoffComputertAidedfMolecularf
DesignVJ2000VJadVJeZgWbi 4.2 10

59 ”nJtheJshoiceJofJtihedralJqngleJ–otentialJunergyJvunctionsJforJnWqlkanesXJMolecularfSimulationVJ
2000VJbeVJcZaWcai 2 101

58 qbsoluteJentropiesJfromJmolecularJdynamicsJsimulationJtrajectoriesXJJournalfoffChemicalfPhysicsVJ
2000VJaacVJghZiWghag 3.9 158

57 äheJeffectJofJforceWfieldJparametersJonJpropertiesJofJliquidsjJ–arametrizationJofJaJsimpleJthreeWsiteJ
modelJforJmethanolXJJournalfoffChemicalfPhysicsVJ2000VJaabVJaZdeZWaZdei 3.9 120

56 ’olecularJdynamicsJsimulationJofJhenJeggJwhiteJlysozymejJqJtestJofJtheJw³”’”ÜifJforceJfieldJ
againstJnuclearJmagneticJresonanceJdataJ2000VJdZVJade 1

55 ’olecularJdynamicsJsimulationJofJhenJeggJwhiteJlysozymejJqJtestJofJtheJw³”’”ÜifJforceJfieldJ
againstJnuclearJmagneticJresonanceJdataJ2000VJdZVJade 4

54 –eptideJfoldingJsimulationsjJnoJsolventJrequiredoXJComputerfPhysicsfCommunicationsVJ1999VJabcVJigWaZb 4.2 32

53 ustimatingJrelativeJfreeJenergiesJfromJaJsingleJensemblejJxydrationJfreeJenergiesXJJournalfoff
ComputationalfChemistryVJ1999VJbZVJafZdWafag 3.5 55

52 voldingWunfoldingJthermodynamicsJofJaJbetaWheptapeptideJfromJequilibriumJsimulationsXJProteins:f
StructuresfFunctionfandfBioinformaticsVJ1999VJcdVJbfiWhZ 4.2 330

51
’olecularJdynamicsJsimulationsJofJhumanJalphaWlactalbuminjJchangesJtoJtheJstructuralJandJ
dynamicalJpropertiesJofJtheJproteinJatJlowJpxXJProteins:fStructuresfFunctionfandfBioinformaticsVJ1999
VJcfVJggWhf

4.2 27

50 qccessibilityJandJorderJofJwaterJsitesJinJandJaroundJproteinsjJqJcrystallographicJtimeWaveragingJ
studyJ1999VJcfVJeZaWeaa 24

49 äheJeffectJofJmotionalJaveragingJonJtheJcalculationJofJ“’³WderivedJstructuralJpropertiesJ1999VJcfVJedbWeee 83

48 –eptidfaltungjJ−ennJdieJÜimulationJdasJuxperimentJerreichtXJAngewandtefChemieVJ1999VJaaaVJbdiWbec 3.6 51

47 tieJ–hotoisomerisierungJvonJcisWÜtilbenJfolgtJnichtJdemJ−egJminimalerJunergieXJAngewandtef
ChemieVJ1999VJaaaVJbggaWbggc 3.6 2

46 –eptideJvoldingjJ−henJÜimulationJ’eetsJuxperimentXJAngewandtefChemieftfInternationalfEditionVJ
1999VJchVJbcfWbdZ 16.4 1258

WilfredtFtVantGunsteren
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45 äheJ–hotoisomerizationJofJcisWÜtilbeneJtoesJ“otJvollowJtheJ’inimumJunergyJ–athXJAngewandtef
ChemieftfInternationalfEditionVJ1999VJchVJbfZiWbfaa 16.4 25

44 äheJw³”’”ÜJriomolecularJÜimulationJ–rogramJ–ackageXJJournalfoffPhysicalfChemistryfAVJ1999VJ
aZcVJceifWcfZg 2.8 1220

43 voldingâ��unfoldingJthermodynamicsJofJaJ˛†WheptapeptideJfromJequilibriumJsimulationsJ1999VJcdVJbfi 1

42 –eptideJvoldingjJ−henJÜimulationJ’eetsJuxperimentJ1999VJchVJbcf 15

41 –eptideJvoldingjJ−henJÜimulationJ’eetsJuxperimentJ1999VJchVJbcf 54

40 ”nJusingJtimeWaveragingJrestraintsJinJmolecularJdynamicsJsimulationXJJournalfoffBiomolecularfNMRVJ
1998VJabVJeZaWh 3 25

39 –arametrizationJofJaliphaticJsxnJunitedJatomsJofJw³”’”ÜifJforceJfieldJ1998VJaiVJeceWedg 335

38 Ü−q³’W’tjJJÜearchingJsonformationalJÜpaceJbyJsooperativeJ’olecularJtynamicsXJJournalfoff
PhysicalfChemistryfAVJ1998VJaZbVJeicgWeidc 2.8 58

37 üalidationJofJmolecularJdynamicsJsimulationXJJournalfoffChemicalfPhysicsVJ1998VJaZhVJfaZiWfaaf 3.9 139

36 ”ptimizationJmethodsJforJconformationalJsamplingJusingJaJroltzmannWweightedJmeanJfieldJ
approachXJBiopolymersVJ1998VJciVJaZcWaad 2.2 14

35 –arametrizationJofJaliphaticJsxnJunitedJatomsJofJw³”’”ÜifJforceJfieldJ1998VJaiVJece 2

34 tynamicalJstudiesJofJpeptideJmotifsJinJtheJ–lasmodiumJfalciparumJcircumsporozoiteJsurfaceJ
proteinJbyJrestrainedJandJunrestrainedJ’tJsimulationsXJJournalfoffMolecularfBiologyVJ1997VJbfgVJaZabWbe6.5 34

33 ÜtudyingJtheJÜtabilityJofJaJxelicalJ˛†WxeptapeptideJbyJ’olecularJtynamicsJÜimulationsXJChemistryftfAf
EuropeanfJournalVJ1997VJcVJadaZWadag 4.8 109

32 ÜolventJstructureJatJaJhydrophobicJproteinJsurfaceXJProteins:fStructuresfFunctionfandfBioinformaticsVJ
1997VJbgVJcieWdZd 4.2 42

31 wenerationJofJpseudonativeJproteinJstructuresJforJthreadingXJProteins:fStructuresfFunctionfandf
BioinformaticsVJ1997VJbhVJebbWebi 4.2 4

30 salculatingJulectrostaticJynteractionsJösingJtheJ–articleâ��–articleJ–articleâ��’eshJ’ethodJwithJ
“onperiodicJ‘ongW³angeJynteractionsXJThefJournalfoffPhysicalfChemistryVJ1996VJaZZVJbehaWbehg 133

29 ”nJtheJrelativeJmeritsJofJflexibleJversusJrigidJmodelsJforJuseJinJcomputerJsimulationsJofJmolecularJ
liquidsXJChemicalfPhysicsfLettersVJ1996VJbeZVJaiWbd 2.5 76

28
ynvestigationsJofJpeptideJhydrationJusingJ“’³JandJmolecularJdynamicsJsimulationsjJqJstudyJofJ
effectsJofJwaterJonJtheJconformationJandJdynamicsJofJantamanideXJJournalfoffBiomolecularfNMRVJ
1996VJhVJdecWgf

3 9

(1996-1999)
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27 ”ptimizationJmethodsJforJconformationalJsamplingJusingJaJroltzmannWweightedJmeanJfieldJ
approachJ1996VJciVJaZc 6

26 –arametrisationJofJtimeWaveragedJdistanceJrestraintsJinJ’tJsimulationsXJJournalfoffBiomolecularf
NMRVJ1995VJfVJcacWbZ 3 45

25 ÜtructureJrefinementJwithJmolecularJdynamicsJandJaJroltzmannWweightedJensembleXJJournalfoff
BiomolecularfNMRVJ1995VJfVJafcWgZ 3 58

24 qJgeneralizedJreactionJfieldJmethodJforJmolecularJdynamicsJsimulationsXJJournalfoffChemicalf
PhysicsVJ1995VJaZbVJedeaWedei 3.9 1146

23 vundamentalsJofJdrugJdesignJfromJaJbiophysicalJviewpointXJQuarterlyfReviewsfoffBiophysicsVJ1994VJ
bgVJdceWha 7 20

22 sonsistentJdielectricJpropertiesJofJtheJsimpleJpointJchargeJandJextendedJsimpleJpointJchargeJwaterJ
modelsJatJbggJandJcZZJ†XJJournalfoffChemicalfPhysicsVJ1994VJaZZVJcafiWcagd 3.9 186

21 –redictionsJofJfreeJenergyJdifferencesJfromJaJsingleJsimulationJofJtheJinitialJstateXJJournalfoff
ChemicalfPhysicsVJ1994VJaZZVJeggWehe 3.9 63

20 ‘ocalJelevationjJaJmethodJforJimprovingJtheJsearchingJpropertiesJofJmolecularJdynamicsJsimulationXJ
JournalfoffComputertAidedfMolecularfDesignVJ1994VJhVJfieWgZh 4.2 451

19 qlgorithmsJforJclusteringJmolecularJdynamicsJconfigurationsXJJournalfoffComputationalfChemistryVJ
1994VJaeVJaccaWacdZ 3.5 78

18 sonformationalJtransitionsJofJaJdipeptideJinJwaterjJuffectsJofJimposedJpathwaysJusingJumbrellaJ
samplingJtechniquesXJBiopolymersVJ1994VJcdVJcdgWcee 2.2 18

17 tecompositionJofJtheJfreeJenergyJofJaJsystemJinJtermsJofJspecificJinteractionsXJymplicationsJforJ
theoreticalJandJexperimentalJstudiesXJJournalfoffMolecularfBiologyVJ1994VJbdZVJafgWgf 6.5 289

16 ÜimultaneousJrefinementJofJtheJstructureJofJr–äyJagainstJ“’³JdataJmeasuredJinJsolutionJandJαWrayJ
diffractionJdataJmeasuredJinJsingleJcrystalsXJJournalfoffMolecularfBiologyVJ1994VJbdaVJehhWii 6.5 32

15 −henJqreJvreeJunergyJsomponentsJ’eaningfuloXJThefJournalfoffPhysicalfChemistryVJ1994VJihVJacgceWacgdZ 85
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