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j Paper IF Citations

249 ”zVzzGzolecularGzodelingG–evealsGzechanismGvnsightsGintoGslavinG“eroxideGsormationGinG
oacterialGyuciferaseUUGJournalgofgChemicalgInformationgandgModelingSG2022SG 6.1 2

248 —tructuralGinsightsGinGcellTtypeGspecificGevolutionGofGintraThostGdiversityGbyG—n–—TpoβTYUUGNatureg
CommunicationsSG2022SGXZSGYYY 17.4 2

247 zechanisticGvnsightsGintoGtheGyigandTvnducedGαnfoldingGofGanG–NnGtT”uadruplexUUGJournalgofgtheg
AmericangChemicalgSocietySG2022SG 16.4 2

246 zultiscaleG—imulationsGvdentifyGOriginsGofGqifferentialGparbapenemGuydrolysisGbyGtheGOXnTaeG
˛†TyactamaseUUGACSgCatalysisSG2022SGXYSGabZaTabaa 13.1 0

245 vmpactGofGWarheadGzodulationsGonGtheGpovalentGvnhibitionGofG—n–—TpoβTYGzGrxploredGbyG”zVzzG
—imulationsUUGACSgCatalysisSG2022SGXYSGcfeTdWe 13.1 2

244 −heGfattyGacidGsiteGisGcoupledGtoGfunctionalGmotifsGinGtheG—n–—TpoβTYGspikeGproteinGandGmodulatesG
spikeGallostericGbehaviourUUGComputationalgandgStructuralgBiotechnologygJournalSG2021SG 6.8 2

243 zultiscaleGWorkflowGforGzodelingGyigandGpomplexesGofGZincGzetalloproteinsUGJournalgofgChemicalg
InformationgandgModelingSG2021SGcXSGbcbeTbcdY 6.1 1

242 JpOβvqisnirbornegGnvTrnabledGzultiscaleGpomputationalGzicroscopyGofGqeltaG—n–—TpoβTYGinGaG
–espiratoryGnerosolG2021SG 9

241 rxploringGhumanTguidedGstrategiesGforGreactionGnetworkGexplorationgGvnteractiveGmolecularG
dynamicsGinGvirtualGrealityGasGaGtoolGforGcitizenGscientistsUGJournalgofgChemicalgPhysicsSG2021SGXbbSGXbaXWc 3.9 2

240 srontispizgGzolecularG—imulationsGsuggestGβitaminsSG–etinoidsGandG—teroidsGasGyigandsGofGtheGsreeG
sattyGncidG“ocketGofGtheG—n–—TpoβTYG—pikeG“roteinUGAngewandtegChemieSG2021SGXZZSG 3.6 3

239 nllostericGcommunicationGinGclassGnG˛†TlactamasesGoccursGviaGcooperativeGcouplingGofGloopGdynamicsUG
ELifeSG2021SGXWSG 8.9 18

238 —tructuralGresolutionGofGswitchableGstatesGofGaGdeGnovoGpeptideGassemblyUGNaturegCommunicationsSG
2021SGXYSGXbZW 17.4 8

237 nGpotentialGinteractionGbetweenGtheG—n–—TpoβTYGspikeGproteinGandGnicotinicGacetylcholineG
receptorsUGBiophysicalgJournalSG2021SGXYWSGfeZTffZ 2.9 18

236 qesigningGbetterGenzymesgGvnsightsGfromGdirectedGevolutionUGCurrentgOpiniongingStructuralgBiologySG
2021SGcdSGYXYTYXe 8.1 14

235 —ubstrateGpromiscuityGofGaGdeGnovoGdesignedGperoxidaseUGJournalgofgInorganicgBiochemistrySG2021SG
YXdSGXXXZdW 4.2 2

234 ponstructingGionGchannelsGfromGwaterTsolubleG˛–ThelicalGbarrelsUGNaturegChemistrySG2021SGXZSGcaZTcbW 17.6 14

233 qissectingGtheGlowGcatalyticGcapabilityGofGflavinTdependentGhalogenasesUGJournalgofgBiologicalg
ChemistrySG2021SGYfcSGXWWWce 5.4 6
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232 patalyticGmechanismGofGtheGcolistinGresistanceGproteinGzp–TXUGOrganicgandgBiomoleculargChemistrySG
2021SGXfSGZeXZTZeXf 3.9 6

231 NaturalGvariantsGmodifyGxlebsiellaGpneumoniaeGcarbapenemaseGOx“pPGacylTenzymeGconformationalG
dynamicsGtoGextendGantibioticGresistanceUGJournalgofgBiologicalgChemistrySG2021SGYfcSGXWWXYc 5.4 8

230 zolecularG—imulationsGsuggestGβitaminsSG–etinoidsGandG—teroidsGasGyigandsGofGtheGsreeGsattyGncidG
“ocketGofGtheG—n–—TpoβTYG—pikeG“roteinQUGAngewandtegChemiegwgInternationalgEditionSG2021SGcWSGdWfeTdXXW16.4 37

229 zolecularG—imulationsGsuggestGβitaminsSG–etinoidsGandG—teroidsGasGyigandsGofGtheGsreeGsattyGncidG
“ocketGofGtheG—n–—TpoβTYG—pikeG“roteinQQUGAngewandtegChemieSG2021SGXZZSGdXdaTdXec 3.6 4

228 nGconservedGarginineGwithGnonTconservedGfunctionGisGaGkeyGdeterminantGofGagonistGselectivityGinG˛–dG
nicotinicGnphGreceptorsUGBritishgJournalgofgPharmacologySG2021SGXdeSGXcbXTXcce 8.6 1

227 nGrobustGandGstereocomplementaryGpanelGofGeneTreductaseGvariantsGforGgramTscaleGasymmetricG
hydrogenationUGMoleculargCatalysisSG2021SGbWYSGXXXaWa 3.3 5

226 qynamicalGnonequilibriumGmolecularGdynamicsGrevealsGtheGstructuralGbasisGforGallosteryGandGsignalG
propagationGinGbiomolecularGsystemsUGEuropeangPhysicalgJournalgBSG2021SGfaSGXaa 1.2 5

225 rvolutionGofGdynamicalGnetworksGenhancesGcatalysisGinGaGdesignerGenzymeUGNaturegChemistrySG2021SG
XZSGXWXdTXWYY 17.6 8

224 –igidifyingGaGrnzymeGvncreasesGnctivityGandGvnducesGaGNegativeGnctivationGueatGpapacityUGACSg
CatalysisSG2021SGXXSGXXbZYTXXbaX 13.1 4

223 rxplorationGofGtheGstructuralGrequirementsGofGnuroraGxinaseGoGinhibitorsGbyGaGcombinedG”—n–SG
modellingGandGmolecularGsimulationGapproachUGScientificgReportsSG2021SGXXSGXedWd 4.9 3

222 nGmultiscaleGapproachGtoGpredictGtheGbindingGmodeGofGmetalloGbetaTlactamaseGinhibitorsUGProteins:g
StructurevgFunctiongandgBioinformaticsSG2021SG 4.2 3

221 zolecularGdynamicsGsimulationsGsupportGtheGhypothesisGthatGtheGbrtqt−GpaleothermometerGisG
basedGonGhomeoviscousGadaptationUGGeochimicagEtgCosmochimicagActaSG2021SGZXYSGaaTbc 5.5 6

220 qiscoveryGofG—n–—TpoβTYGzGpeptideGinhibitorsGfromGmodellingGsubstrateGandGligandGbindingUG
ChemicalgScienceSG2021SGXYSGXZcecTXZdWZ 9.4 14

219 zechanismGofGcovalentGbindingGofGibrutinibGtoGorutonNsGtyrosineGkinaseGrevealedGbyG”zVzzG
calculationsUGChemicalgScienceSG2021SGXYSGbbXXTbbXc 9.4 10

218 –esistanceGtoGtheGIlastGresortIGantibioticGcolistingGaGsingleTzincGmechanismGforGphosphointermediateG
formationGinGzp–GenzymesUGChemicalgCommunicationsSG2020SGbcSGcedaTcedd 5.8 5

217 —mallGphangesGinGuydrationGqetermineGpephalosporinaseGnctivityGofGOXnTaeG˛†TyactamasesUGACSg
CatalysisSG2020SGXWSGcXeeTcXfc 13.1 6

216 βisualizingGtheGprotonsGinGaGmetalloenzymeGelectronGprotonGtransferGpathwayUGProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaSG2020SGXXdSGcaeaTcafW 11.5 16

215 vnteractiveGmolecularGdynamicsGinGvirtualGrealityGforGaccurateGflexibleGproteinTligandGdockingUGPLoSg
ONESG2020SGXbSGeWYYeacX 3.7 17

(2020-2021)
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214 rlectronicGstructureGbenchmarkGcalculationsGofGpOGfixingGelementaryGchemicalGstepsGinG–uoispOG
usingGtheGprojectorTbasedGembeddingGapproachUGJournalgofgComputationalgChemistrySG2020SGaXSGYXbXTYXbd3.5 5

213 rnzymeGevolutionGandGtheGtemperatureGdependenceGofGenzymeGcatalysisUGCurrentgOpinionging
StructuralgBiologySG2020SGcbSGfcTXWX 8.1 18

212 −emperatureSGqynamicsSGandGrnzymeTpatalyzedG–eactionG–atesUGAnnualgReviewgofgBiophysicsSG2020SG
afSGXcZTXeW 21.1 19

211 zultiscaleGsimulationGapproachesGtoGmodelingGdrugTproteinGbindingUGCurrentgOpiniongingStructuralg
BiologySG2020SGcXSGYXZTYYX 8.1 17

210 pyclicGboronatesGasGversatileGscaffoldsGforGx“pTYG˛†TlactamaseGinhibitionUGRSCgMedicinalgChemistrySG
2020SGXXSGafXTafc 3.5 14

209 nGpommunityGyetterG–egardingG—haringGoiomolecularG—imulationGqataGforGpOβvqTXfUGJournalgofg
ChemicalgInformationgandgModelingSG2020SGcWSGYcbZTYcbc 6.1 45

208 βisibleTlightGphotoswitchingGofGligandGbindingGmodeGsuggestsGtTquadruplexGqNnGasGaGtargetGforG
photopharmacologyUGChemicalgCommunicationsSG2020SGbcSGbXecTbXef 5.8 15

207 —imulationsGsupportGtheGinteractionGofGtheG—n–—TpoβTYGspikeGproteinGwithGnicotinicGacetylcholineG
receptorsG2020SG 10

206 −amingGtheG–eactivityGofGzonoterpeneG—ynthasesG−oGtuideG–egioselectiveG“roductGuydroxylationUG
ChemBioChemSG2020SGYXSGfebTffW 3.8 8

205 vz“–r——vONGTGpredictionGofGNz–GparametersGforGZTdimensionalGchemicalGstructuresGusingGmachineG
learningGwithGnearGquantumGchemicalGaccuracyUGChemicalgScienceSG2020SGXXSGbWeTbXb 9.4 34

204
qiscoveryGofGNewGandG“otentGvnhnGvnhibitorsGasGnntituberculosisGngentsgG—tructureToasedGβirtualG
—creeningGβalidatedGbyGoiologicalGnssaysGandGXTrayGprystallographyUGJournalgofgChemicalgInformationg
andgModelingSG2020SGcWSGYYcTYZa

6.1 11

203
vnteractiveGzolecularGqynamicsGinGβirtualG–ealityGvsGanGrffectiveG−oolGforGslexibleG—ubstrateGandG
vnhibitorGqockingGtoGtheG—n–—TpoβTYGzainG“roteaseUGJournalgofgChemicalgInformationgandgModelingSG
2020SGcWSGbeWZTbeXa

6.1 16

202 —cienceGtoGenableGtheGcircularGeconomyUGPhilosophicalgTransactionsgSeriesgAvgMathematicalvgPhysicalvg
andgEngineeringgSciencesSG2020SGZdeSGYWYWWWcW 3 3

201 oiomolecularG—imulationsGinGtheG−imeGofGpOβvqXfSGandGnfterUGComputinggingSciencegandgEngineeringSG
2020SGYYSGZWTZc 1.5 16

200 sreeGfattyGacidGbindingGpocketGinGtheGlockedGstructureGofG—n–—TpoβTYGspikeGproteinUGScienceSG2020SG
ZdWSGdYbTdZW 33.3 182

199
zechanismGofGinhibitionGofG—n–—TpoβTYGzGbyGpeptidylGzichaelGacceptorGexplainedGbyG”zVzzG
simulationsGandGdesignGofGnewGderivativesGwithGtunableGchemicalGreactivityUGChemicalgScienceSG2020SG
XYSGXaZZTXaaa

9.4 50

198 rnhancedGsamplingGmolecularGdynamicsGsimulationsGcorrectlyGpredictGtheGdiverseGactivitiesGofGaG
seriesGofGstiffTstilbeneGtTquadruplexGqNnGligandsUGChemicalgScienceSG2020SGXYSGXaXbTXaYc 9.4 6

197 zolecularGqynamicsG—imulationGsrameworkGtoG“robeGtheGoindingGuypothesisGofGpY“ZnaGvnhibitorsUG
InternationalgJournalgofgMoleculargSciencesSG2019SGYWSG 6.3 6
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196 yimitationsGofGyigandTOnlyGnpproachesGforG“redictingGtheG–eactivityGofGpovalentGvnhibitorsUGJournalg
ofgChemicalgInformationgandgModelingSG2019SGbfSGaYYWTaYYd 6.1 10

195 nG“hotoresponsiveG—tiffT—tilbeneGyigandGsuelsGtheG–eversibleGαnfoldingGofGtT”uadruplexGqNnUG
AngewandtegChemiegwgInternationalgEditionSG2019SGbeSGaZZaTaZZe 16.4 32

194 nG“hotoresponsiveG—tiffT—tilbeneGyigandGsuelsGtheG–eversibleGαnfoldingGofGtT”uadruplexGqNnUG
AngewandtegChemieSG2019SGXZXSGaZdeTaZeY 3.6 13

193 −heGreactionGmechanismGofGZikaGvirusGN—YoVN—ZGserineGproteaseGinhibitionGbyGdipeptidylGaldehydegGaG
”zVzzGstudyUGPhysicalgChemistrygChemicalgPhysicsSG2019SGYXSGXafabTXafbc 3.6 6

192 vdentificationGofGtheGvnitialG—tepsGinG—ignalG−ransductionGinGtheG˛–a˛†YGNicotinicG–eceptorgGvnsightsG
fromGrquilibriumGandGNonequilibriumG—imulationsUGStructureSG2019SGYdSGXXdXTXXeZUeZ 5.2 9

191 vnteractiveGmolecularGdynamicsGinGvirtualGrealityGfromGquantumGchemistryGtoGdrugGbindinggGnnG
openTsourceGmultiTpersonGframeworkUGJournalgofgChemicalgPhysicsSG2019SGXbWSGYYWfWX 3.9 40

190 βisualizingGproteinTligandGbindingGwithGchemicalGenergyTwiseGdecompositionGOpurWqPgGapplicationG
toGligandGbindingGinGtheGkallikreinTeG—XG—iteUGJournalgofgComputerwAidedgMoleculargDesignSG2019SGZZSGacXTadb4.2 9

189
”uantumGzechanicsVzolecularGzechanicsGO”zVzzPGpalculationsG—upportGaGponcertedG–eactionG
zechanismGforGtheGZikaGβirusGN—YoVN—ZG—erineG“roteaseGwithGvtsG—ubstrateUGJournalgofgPhysicalg
ChemistrygBSG2019SGXYZSGYeefTYfWZ

3.4 13

188
—imulationsGofG—hikimateGqehydrogenaseGfromGzycobacteriumGtuberculosisGinGpomplexGwithG
ZTqehydroshikimateGandGNnq“uG—uggestG—trategiesGforGztb—quGvnhibitionUGJournalgofgChemicalg
InformationgandgModelingSG2019SGbfSGXaYYTXaZZ

6.1 1

187 “rojectorToasedGrmbeddingGrliminatesGqensityGsunctionalGqependenceGforG”zVzzGpalculationsGofG
–eactionsGinGrnzymesGandG—olutionUGJournalgofgChemicalgInformationgandgModelingSG2019SGbfSGYWcZTYWde 6.1 17

186 oiomolecularGsimulationsgGsromGdynamicsGandGmechanismsGtoGcomputationalGassaysGofGbiologicalG
activityUGWileygInterdisciplinarygReviews:gComputationalgMoleculargScienceSG2019SGfSGeXZfZ 7.9 69

185 rxperimentGandG—imulationG–evealGuowGzutationsGinGsunctionalG“lasticityG–egionsGtuideG“lantG
zonoterpeneG—ynthaseG“roductGOutcomeUGACSgCatalysisSG2019SGeSGZdeWTZdfX 13.1 20

184 zolecularGoasisGofGplassGnG˛†TyactamaseGvnhibitionGbyG–elebactamUGAntimicrobialgAgentsgandg
ChemotherapySG2019SGcZSG 5.9 26

183 rmergenceGofGaGNegativeGnctivationGueatGpapacityGduringGrvolutionGofGaGqesignedGrnzymeUGJournalg
ofgthegAmericangChemicalgSocietySG2019SGXaXSGXXdabTXXdae 16.4 20

182 −eachingGrnzymeGpatalysisGαsingGvnteractiveGzolecularGqynamicsGinGβirtualG–ealityUGJournalgofg
ChemicalgEducationSG2019SGfcSGYaeeTYafc 2.4 56

181 nnGrfficientGpomputationalGnssayGforG˛†TyactamGnntibioticGoreakdownGbyGplassGnG˛†TyactamasesUG
JournalgofgChemicalgInformationgandgModelingSG2019SGbfSGZZcbTZZcf 6.1 12

180
vnGsilicoGstudyGdirectedGtowardsGidentificationGofGtheGkeyGstructuralGfeaturesGofGtyroGinhibitorsG
targetingGz−oGqNnGgyrasegGu”—n–SGpoz—vnGandGmolecularGdynamicsGsimulationsUGSARgandgQSARging
EnvironmentalgResearchSG2019SGZWSGddbTeWW

3.5 7

179 oio—im—pacegGnnGinteroperableG“ythonGframeworkGforGbiomolecularGsimulationUGJournalgofgOpeng
SourcegSoftwareSG2019SGaSGXeZX 5.2 12
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178 nGteneralGzechanismGforG—ignalG“ropagationGinGtheGNicotinicGncetylcholineG–eceptorGsamilyUGJournalg
ofgthegAmericangChemicalgSocietySG2019SGXaXSGXffbZTXffbe 16.4 13

177 ”uantumGzechanicsVzolecularGzechanicsG—imulationsG—howG—accharideGqistortionGisG–equiredGforG
–eactionGinGuenGrggTWhiteGyysozymeUGChemistrygwgAgEuropeangJournalSG2019SGYbSGdcaTdce 4.8 5

176 “abWTpatalyzedG–egioTGandGqiastereoselectiveG—teroidGuydroxylationgGrfficientGqirectedGrvolutionG
rnabledGbyGzutabilityGyandscapingUGACSgCatalysisSG2018SGeSGZZfbTZaXW 13.1 81

175 zultiscaleGanalysisGofGenantioselectivityGinGenzymeTcatalysedGNlethalGsynthesisNGusingG
projectorTbasedGembeddingUGRoyalgSocietygOpengScienceSG2018SGbSGXdXZfW 3.3 17

174 zultiscaleGzethodsGinGqrugGqesignGoridgeGphemicalGandGoiologicalGpomplexityGinGtheG—earchGforG
puresUGNaturegReviewsgChemistrySG2018SGYSG 34.6 72

173 qynamicalGoriginsGofGheatGcapacityGchangesGinGenzymeTcatalysedGreactionsUGNaturegCommunicationsSG
2018SGfSGXXdd 17.4 41

172 —tructuralGvnsightsGfromGzolecularGqynamicsG—imulationsGofG−ryptophanGdTualogenaseGandG
−ryptophanGbTualogenaseUGACSgOmegaSG2018SGZSGaeadTaebf 3.9 13

171 oiocatalyticG–outesGtoGyactoneGzonomersGforG“olymerG“roductionUGBiochemistrySG2018SGbdSGXffdTYWWe 3.2 28

170 pombinedG”uantumGzechanicsGandGzolecularGzechanicsG—tudiesGofGrnzymaticG–eactionG
zechanismsUGAdvancesgingProteingChemistrygandgStructuralgBiologySG2018SGXXZSGXTZY 5.3 5

169 αnlockingGNicotinicG—electivityGviaGqirectGpTuGsunctionalizationGofGOâ��PTpytisineUGCheMSG2018SGaSGXdXWTXdYb 16.2 20

168 zaintainingGandGbreakingGsymmetryGinGhomomericGcoiledTcoilGassembliesUGNaturegCommunicationsSG
2018SGfSGaXZY 17.4 25

167 yoopGzotionGinG−riosephosphateGvsomeraseGvsGNotGaG—impleGOpenGandG—hutGpaseUGJournalgofgtheg
AmericangChemicalgSocietySG2018SGXaWSGXbeefTXbfWZ 16.4 36

166 nGzultiscaleG—imulationGnpproachGtoGzodelingGqrugT“roteinGoindingGxineticsUGJournalgofgChemicalg
TheorygandgComputationSG2018SGXaSGcWfZTcXWX 6.4 21

165 zultiscaleG—imulationsGofGplavulanateGvnhibitionGvdentifyGtheG–eactiveGpomplexGinGplassGnG
˛†TyactamasesGandG“redictGtheGrfficiencyGofGvnhibitionUGBiochemistrySG2018SGbdSGZbcWTZbcZ 3.2 14

164 ”zVzzGsimulationsGidentifyGtheGdeterminantsGofGcatalyticGactivityGdifferencesGbetweenGtypeGvvG
dehydroquinaseGenzymesUGOrganicgandgBiomoleculargChemistrySG2018SGXcSGaaaZTaabb 3.9 14

163 αnderstandingGpomplexGzechanismsGofGrnzymeG–eactivitygG−heGpaseGofGyimoneneTXSYTrpoxideG
uydrolasesUGACSgCatalysisSG2018SGeSGbcfeTbdWd 13.1 17

162 —amplingGmolecularGconformationsGandGdynamicsGinGaGmultiuserGvirtualGrealityGframeworkUGScienceg
AdvancesSG2018SGaSGeaatYdZX 14.3 64

161 qeGNovoTqesignedG˛–TuelicalGoarrelsGasG–eceptorsGforG—mallGzoleculesUGACSgSyntheticgBiologySG2018SG
dSGXeWeTXeXc 5.7 33
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160 vnsightsGintoGtheGzechanisticGoasisGofG“lasmidTzediatedGpolistinG–esistanceGfromGprystalG—tructuresG
ofGtheGpatalyticGqomainGofGzp–TXUGScientificgReportsSG2017SGdSGZfZfY 4.9 78

159 –apidGrstimationGofGpatalyticGrfficiencyGbyGpumulativeGntomicGzultipoleGzomentsgGnpplicationGtoG
xetosteroidGvsomeraseGzutantsUGJournalgofgChemicalgTheorygandgComputationSG2017SGXZSGfabTfbb 6.4 9

158 vdentificationGofGtheGquinolinedioneGinhibitorGbindingGsiteGinGpdcYbGphosphataseGoGthroughGdockingG
andGmolecularGdynamicsGsimulationsUGJournalgofgComputerwAidedgMoleculargDesignSG2017SGZXSGffbTXWWd 4.2 10

157 zolecularGqynamicsSG”uantumGzechanicsSGandGpombinedG”uantumGzechanicsVzolecularG
zechanicsGzethodsGforGqrugGqiscoveryGandGqevelopmentG2017SGbXTcc 1

156 nbGvnitioG”zVzzGzodelingGofGtheG–ateTyimitingG“rotonG−ransferG—tepGinGtheGqeaminationGofG
−ryptamineGbyGnromaticGnmineGqehydrogenaseUGJournalgofgPhysicalgChemistrygBSG2017SGXYXSGfdebTfdfe 3.4 12

155 ponstructionGandGinGvivoGassemblyGofGaGcatalyticallyGproficientGandGhyperthermostableGdeGnovoG
enzymeUGNaturegCommunicationsSG2017SGeSGZbe 17.4 66

154 —tructuralGoasisGofGpatalysisGinGtheGoacterialGzonoterpeneG—ynthasesGyinaloolG—ynthaseGandG
XSeTpineoleG—ynthaseUGACSgCatalysisSG2017SGdSGcYceTcYeY 13.1 31

153 zechanisticGvnsightsGintoGtheG–eactionGofGphlorinationGofG−ryptophanGpatalyzedGbyG−ryptophanG
dTualogenaseUGScientificgReportsSG2017SGdSGXdZfb 4.9 19

152 ”uantumGzechanicsVzolecularGzechanicsG—imulationsGvdentifyGtheG–ingTOpeningGzechanismGofG
preatininaseUGBiochemistrySG2017SGbcSGcZddTcZee 3.2 10

151 rlucidationGofGNonadditiveGrffectsGinG“roteinTyigandGoindingGrnergiesgG−hrombinGasGaGpaseG—tudyUG
JournalgofgPhysicalgChemistrygBSG2016SGXYWSGbZaWTbW 3.4 22

150 qispellingGtheGeffectsGofGaGsorceressGinGenzymeGcatalysisUGProceedingsgofgthegNationalgAcademygofg
SciencesgofgthegUnitedgStatesgofgAmericaSG2016SGXXZSGYZYeTZW 11.5 4

149 OnGtheG−emperatureGqependenceGofGrnzymeTpatalyzedG–atesUGBiochemistrySG2016SGbbSGXceXTe 3.2 138

148 phapterGXXg”zVzzGzethodsGforG—imulatingGrnzymeG–eactionsUGRSCgTheoreticalgandgComputationalg
ChemistrygSeriesSG2016SGZdbTaWZ 1.2 4

147 ”uantumGzechanicsVzolecularGzechanicsGzodelingGofGqrugGzetabolismgGzexiletineG
NTuydroxylationGbyGpytochromeG“abWGXnYUGChemicalgResearchgingToxicologySG2016SGYfSGfcZTdX 4 25

146 −heGpatalyticGzechanismGofGaGNaturalGqielsTnlderaseG–evealedGinGzolecularGqetailUGJournalgofgtheg
AmericangChemicalgSocietySG2016SGXZeSGcWfbTe 16.4 112

145 nG“rojectorTrmbeddingGnpproachGforGzultiscaleGpoupledTplusterGpalculationsGnppliedGtoGpitrateG
—ynthaseUGJournalgofgChemicalgTheorygandgComputationSG2016SGXYSGYcefTfd 6.4 51

144
vnGpursuitGofGanGaccurateGspatialGandGtemporalGmodelGofGbiomoleculesGatGtheGatomisticGlevelgGaG
perspectiveGonGcomputerGsimulationUGActagCrystallographicagSectiongD:gBiologicalgCrystallographySG
2015SGdXSGXcYTdY

9

143
pombinedGquantumGmechanicsVmolecularGmechanicsGO”zVzzPGsimulationsGforGproteinTligandG
complexesgGfreeGenergiesGofGbindingGofGwaterGmoleculesGinGinfluenzaGneuraminidaseUGJournalgofg
PhysicalgChemistrygBSG2015SGXXfSGffdTXWWX

3.4 22

(2015-2017)
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142 —tructureGandGsunctionGinGuomodimericGrnzymesgG—imulationsGofGpooperativeGandGvndependentG
sunctionalGzotionsUGPLoSgONESG2015SGXWSGeWXZZZdY 3.7 20

141
uighTlevelG”zVzzGcalculationsGsupportGtheGconcertedGmechanismGforGzichaelGadditionGandG
covalentGcomplexGformationGinGthymidylateGsynthaseUGJournalgofgChemicalgTheorygandgComputationSG
2015SGXXSGdXZTYY

6.4 19

140 –eactionGmechanismGofGNTacetylneuraminicGacidGlyaseGrevealedGbyGaGcombinationGofGcrystallographySG
”zVzzGsimulationSGandGmutagenesisUGACSgChemicalgBiologySG2014SGfSGXWYbTZY 4.9 36

139 yargeT—caleGqensityGsunctionalG−heoryG−ransitionG—tateG—earchingGinGrnzymesUGJournalgofgPhysicalg
ChemistrygLettersSG2014SGbSGZcXaTf 6.4 43

138 ”zVzzGsimulationsGasGanGassayGforGcarbapenemaseGactivityGinGclassGnG˛†TlactamasesUGChemicalg
CommunicationsSG2014SGbWSGXadZcTf 5.8 30

137 nGcatalyticGroleGforGmethionineGrevealedGbyGaGcombinationGofGcomputationGandGexperimentsGonG
phosphiteGdehydrogenaseUGChemicalgScienceSG2014SGbSGYXfXTYXff 9.4 28

136 –apidGdecompositionGandGvisualisationGofGproteinTligandGbindingGfreeGenergiesGbyGresidueGandGbyG
waterUGFaradaygDiscussionsSG2014SGXcfSGaddTff 3.6 42

135 pomparisonGofGabGvnitioSGqs−SGandG—emiempiricalG”zVzzGnpproachesGforGqescriptionGofGpatalyticG
zechanismGofGuairpinG–ibozymeUGJournalgofgChemicalgTheorygandgComputationSG2014SGXWSGXcWeTYY 6.4 48

134 ”zVzzGsimulationsGindicateGthatGnspXebGisGtheGlikelyGcatalyticGbaseGinGtheGenzymaticGreactionGofG
uvβTXGreverseGtranscriptaseUGMedChemCommSG2014SGbSGbfZ 5 6

133
–oleGofGactiveGsiteGresiduesGinGpromotingGcobaltTcarbonGbondGhomolysisGinG
adenosylcobalaminTdependentGmutasesGrevealedGthroughGexperimentGandGcomputationUG
BiochemistrySG2014SGbZSGXcfTdd

3.2 16

132 −rendsGinGpredictedGchemoselectivityGofGcytochromeG“abWGoxidationgGoZyY“GbarrierGheightsGforG
epoxidationGandGhydroxylationGreactionsUGJournalgofgMoleculargGraphicsgandgModellingSG2014SGbYSGZWTb 2.8 22

131
”zVzzGfreeTenergyGsimulationsGofGreactionGinG—erratiaGmarcescensGphitinaseGoGrevealGtheG
protonationGstateGofGnspXaYGandGtheGcriticalGroleGofG−yrYXaUGJournalgofgPhysicalgChemistrygBSG2014SG
XXeSGaddXTeZ

3.4 32

130 pomparisonGofGqs−GandGabGinitioG”zVzzGmethodsGforGmodellingGreactionGinGchorismateGsynthaseUG
ChemicalgPhysicsgLettersSG2014SGcWeSGZeWTZeb 2.5 19

129 nGmultiscaleGapproachGtoGmodellingGdrugGmetabolismGbyGmembraneTboundGcytochromeG“abWG
enzymesUGPLoSgComputationalgBiologySG2014SGXWSGeXWWZdXa 5 38

128 ”zVzzGmodellingGofGdrugTmetabolizingGenzymesUGCurrentgTopicsgingMedicinalgChemistrySG2014SGXaSGXZZfTad3 18

127 ponformationalGchangeGandGligandGbindingGinGtheGaristolocheneGsynthaseGcatalyticGcycleUG
BiochemistrySG2013SGbYSGeWfaTXWb 3.2 29

126 nnalysisGandGassayGofGoseltamivirTresistantGmutantsGofGinfluenzaGneuraminidaseGviaGdirectG
observationGofGdrugGunbindingGandGrebindingGinGsimulationUGBiochemistrySG2013SGbYSGeXbWTca 3.2 20

125 pomputationalGenzymologyUGMethodsgingMoleculargBiologySG2013SGfYaSGcdTef 1.4 11
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124 ponformationalGeffectsGonGtheGproT—GhydrogenGabstractionGreactionGinGcyclooxygenaseTXgGanG
integratedG”zVzzGandGzqGstudyUGBiophysicalgJournalSG2013SGXWaSGybTd 2.9 21

123
”uantumGmechanicsVmolecularGmechanicsGmodelingGofGfattyGacidGamideGhydrolaseGreactivationG
distinguishesGsubstrateGfromGirreversibleGcovalentGinhibitorsUGJournalgofgMedicinalgChemistrySG2013SG
bcSGYbWWTXY

8.3 28

122 pombinedGquantumGmechanicsVmolecularGmechanicsGO”zVzzPGmethodsGinGcomputationalG
enzymologyUGBiochemistrySG2013SGbYSGYdWeTYe 3.2 388

121 ”uantumGmechanicsVmolecularGmechanicsGmodelingGofGregioselectivityGofGdrugGmetabolismGinG
cytochromeG“abWGYpfUGJournalgofgthegAmericangChemicalgSocietySG2013SGXZbSGeWWXTXb 16.4 96

120 NonempiricalGenergeticGanalysisGofGreactivityGandGcovalentGinhibitionGofGfattyGacidGamideGhydrolaseUG
JournalgofgPhysicalgChemistrygBSG2013SGXXdSGccbcTcc 3.4 10

119 αnravelingGtheGroleGofGproteinGdynamicsGinGdihydrofolateGreductaseGcatalysisUGProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaSG2013SGXXWSGXcZaaTf 11.5 105

118 ”zVzzGmodellingGofGketosteroidGisomeraseGreactivityGindicatesGthatGactiveGsiteGclosureGisGintegralG
toGcatalysisUGFEBSgJournalSG2013SGYeWSGZXYWTZX 5.7 28

117 pomputationalGassayGofGudNfGinfluenzaGneuraminidaseGrevealsG–YfYxGmutationGreducesGdrugG
bindingGaffinityUGScientificgReportsSG2013SGZSGZbcX 4.9 34

116 −heGbasisGforGcarbapenemGhydrolysisGbyGclassGnG˛†TlactamasesgGaGcombinedGinvestigationGusingG
crystallographyGandGsimulationsUGJournalgofgthegAmericangChemicalgSocietySG2012SGXZaSGXeYdbTeb 16.4 60

115 zechanismGofGpTterminalGinteinGcleavageGinGproteinGsplicingGfromG”zVzzGmolecularGdynamicsG
simulationsUGOrganicgandgBiomoleculargChemistrySG2012SGXWSGXYWdTXe 3.9 24

114
rffectsGofGqispersionGinGqensityGsunctionalGoasedG”uantumGzechanicalVzolecularGzechanicalG
palculationsGonGpytochromeG“abWGpatalyzedG–eactionsUGJournalgofgChemicalgTheorygandgComputation
SG2012SGeSGacZdTab

6.4 70

113 yongGtimeGscaleGt“αGdynamicsGrevealGtheGmechanismGofGdrugGresistanceGofGtheGdualGmutantG
vYYZ–VuYdbYGneuraminidaseGfromGuXNXTYWWfGinfluenzaGvirusUGBiochemistrySG2012SGbXSGaZcaTdb 3.2 33

112 “roteinGdynamicsGandGenzymeGcatalysisgGtheGghostGinGtheGmachinelUGBiochemicalgSocietygTransactionsSG
2012SGaWSGbXbTYX 5.1 16

111 nGpracticalGguideGtoGmodellingGenzymeTcatalysedGreactionsUGChemicalgSocietygReviewsSG2012SGaXSGZWYbTZe 58.5 124

110 rnzymeGdynamicsGandGcatalysisGinGtheGmechanismGofGqNnGpolymeraseUGTheoreticalgChemistryg
AccountsSG2012SGXZXSGX 1.9 14

109 vnsightsGintoGconformationalGchangesGofGprocarboxypeptidaseGnGandGoGfromGsimulationsgGaGplausibleG
explanationGforGdifferentGintrinsicGactivityUGTheoreticalgChemistrygAccountsSG2012SGXZXSGX 1.9 2

108 qeterminantsGofGreactivityGandGselectivityGinGsolubleGepoxideGhydrolaseGfromGquantumG
mechanicsVmolecularGmechanicsGmodelingUGBiochemistrySG2012SGbXSGXddaTec 3.2 54

107 −akingGOckhamNsGrazorGtoGenzymeGdynamicsGandGcatalysisUGNaturegChemistrySG2012SGaSGXcfTdc 17.6 186

(2012-2013)
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106 qoesGcompoundGvGvaryGsignificantlyGbetweenGisoformsGofGcytochromeG“abWlUGJournalgofgthegAmericang
ChemicalgSocietySG2011SGXZZSGXbacaTda 16.4 165

105 nGwaterTswapGreactionGcoordinateGforGtheGcalculationGofGabsoluteGproteinTligandGbindingGfreeG
energiesUGJournalgofgChemicalgPhysicsSG2011SGXZaSGWbaXXa 3.9 53

104 nnalysisGofGchorismateGmutaseGcatalysisGbyG”zVzzGmodellingGofGenzymeTcatalysedGandG
uncatalysedGreactionsUGOrganicgandgBiomoleculargChemistrySG2011SGfSGXbdeTfW 3.9 54

103 npplicationGofGaG—ppTqs−oG”zVzzGapproachGtoGtheGinvestigationGofGtheGcatalyticGmechanismGofG
fattyGacidGamideGhydrolaseUGJournalgofgMoleculargModelingSG2011SGXdSGYZdbTeZ 2 17

102 pommentGonGInGstationaryTwaveGmodelGofGenzymeGcatalysisIGbyGparloGpanepaUGJournalgofg
ComputationalgChemistrySG2011SGZYSGZceTfhGauthorGreplyGZdWTX 3.5 6

101 â��yethalG—ynthesisâ��GofGsluorocitrateGbyGpitrateG—ynthaseGrxplainedGthroughG”zVzzGzodelingUG
AngewandtegChemieSG2011SGXYZSGXWbZZTXWbZb 3.6 3

100 IyethalGsynthesisIGofGfluorocitrateGbyGcitrateGsynthaseGexplainedGthroughG”zVzzGmodelingUG
AngewandtegChemiegwgInternationalgEditionSG2011SGbWSGXWZafTbX 16.4 17

99 αnderstandingGtheGroleGofGcarbamateGreactivityGinGfattyGacidGamideGhydrolaseGinhibitionGbyG”zVzzG
mechanisticGmodellingUGChemicalgCommunicationsSG2011SGadSGYbXdTf 5.8 21

98
”uantumGmechanicsVmolecularGmechanicsGmodelingGofGsubstrateTassistedGcatalysisGinGfamilyGXeG
chitinasesgGconformationalGchangesGandGtheGroleGofGnspXaYGinGcatalysisGinGphioUGBiochemistrySG2011SG
bWSGacfdTdXX

3.2 49

97 “roteinGdynamicsGandGenzymeGcatalysisgGinsightsGfromGsimulationsUGBiochimicagEtgBiophysicagActagwg
ProteinsgandgProteomicsSG2011SGXeXaSGXWddTfY 4 62

96
αnderstandingGtheGdeterminantsGofGselectivityGinGdrugGmetabolismGthroughGmodelingGofG
dextromethorphanGoxidationGbyGcytochromeG“abWUGProceedingsgofgthegNationalgAcademygofgSciencesg
ofgthegUnitedgStatesgofgAmericaSG2011SGXWeSGcWbWTb

11.5 82

95 ”zGandG”zVzzGnpproachesGtoGrvaluatingGoindingGnffinitiesG2010SGdYbTdbY 1

94
—tructuralGsluctuationsGinGrnzymeTpatalyzedG–eactionsgGqeterminantsGofG–eactivityGinGsattyGncidG
nmideGuydrolaseGfromGzultivariateG—tatisticalGnnalysisGofG”uantumGzechanicsVzolecularG
zechanicsG“athsUGJournalgofgChemicalgTheorygandgComputationSG2010SGcSGYfaeTcW

6.4 53

93
pompatibilityGofG”uantumGphemicalGzethodsGandGrmpiricalGOzzPGWaterGzodelsGinG”uantumG
zechanicsVzolecularGzechanicsGyiquidGWaterG—imulationsUGJournalgofgPhysicalgChemistrygLettersSG
2010SGXSGYXfTYYZ

6.4 47

92 vnclusionGofGqispersionGrffectsG—ignificantlyGvmprovesGnccuracyGofGpalculatedG–eactionGoarriersGforG
pytochromeG“abWGpatalyzedG–eactionsUGJournalgofgPhysicalgChemistrygLettersSG2010SGXSGZYZYTZYZd 6.4 137

91 pomputationalGenzymologyUGChemicalgCommunicationsSG2010SGacSGYZbaTdY 5.8 90

90 pompoundGvGreactivityGdefinesGalkeneGoxidationGselectivityGinGcytochromeG“abWcamUGJournalgofg
PhysicalgChemistrygBSG2010SGXXaSGXXbcTcY 3.4 98

89 vnvestigationsGofGenzymeTcatalysedGreactionsGwithGcombinedGquantumGmechanicsVmolecularG
mechanicsGO”zVzzPGmethodsUGInternationalgReviewsgingPhysicalgChemistrySG2010SGYfSGcbTXZZ 7 89
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88 −estingGhighTlevelG”zVzzGmethodsGforGmodelingGenzymeGreactionsgGacetylTponGdeprotonationGinG
citrateGsynthaseUGJournalgofgPhysicalgChemistrygBSG2010SGXXaSGXXZWZTXa 3.4 54

87 OptimalGcontrolGdesignGofGlaserGpulsesGforGmodeGspecificGvibrationalGexcitationGinGanG
enzymeâ��substrateGcomplexUGChemicalgPhysicsgLettersSG2010SGafXSGYZWTYZc 2.5 3

86 pomputerGsimulationsGofGquantumGtunnellingGinGenzymeTcatalysedGhydrogenGtransferGreactionsUG
InterdisciplinarygSciencesvgComputationalgLifegSciencesSG2010SGYSGdeTfd 3.5 15

85 rnzymeGqynamicsGandGpatalysisgGvnsightsGfromG—imulationsUGChallengesgandgAdvancesging
ComputationalgChemistrygandgPhysicsSG2010SGZdbTZfb 0.7

84 ”zVzzGstudyGonGtheGmechanismGofGpeptideGhydrolysisGbyGcarboxypeptidaseGnUGComputationalgandg
TheoreticalgChemistrySG2009SGefeSGXWcTXXa 21

83
uighGlevelG”zVzzGmodelingGofGtheGformationGofGtheGtetrahedralGintermediateGinGtheGacylationGofG
wildGtypeGandGxdZnGmutantG−rzTXGclassGnGbetaTlactamaseUGJournalgofgPhysicalgChemistrygASG2009SG
XXZSGXXfeaTfa

2.8 34

82 yennardTwonesG“arametersGforGoZyY“Vpun–zzYdG”zVzzGzodelingGofGNucleicGncidGoasesUGJournalg
ofgChemicalgTheorygandgComputationSG2009SGbSGZfcTaXW 6.4 17

81 zodelingGproteinGsplicinggGreactionGpathwayGforGpTterminalGspliceGandGinteinGscissionUGJournalgofg
PhysicalgChemistrygBSG2009SGXXZSGbcWdTXc 3.4 19

80 vnsightsGintoGtheGmechanismGandGinhibitionGofGfattyGacidGamideGhydrolaseGfromGquantumG
mechanicsVmolecularGmechanicsGO”zVzzPGmodellingUGBiochemicalgSocietygTransactionsSG2009SGZdSGZcZTd 5.1 34

79 pomputationalGenzymologygGinsightGintoGbiologicalGcatalystsGfromGmodellingUGNaturalgProductg
ReportsSG2008SGYbSGXWWXTXa 15.1 41

78 vntroductionUGoiomolecularGsimulationUGJournalgofgthegRoyalgSocietygInterfaceSG2008SGbG—upplGZSG—XcfTdY 4.1 8

77 nnalysisGofGpolarizationGinG”zVzzGmodellingGofGbiologicallyGrelevantGhydrogenGbondsUGJournalgofg
thegRoyalgSocietygInterfaceSG2008SGbG—upplGZSG—YWdTXc 4.1 43

76 nnGefficientGmethodGforGtheGcalculationGofGquantumGmechanicsVmolecularGmechanicsGfreeGenergiesUG
JournalgofgChemicalgPhysicsSG2008SGXYeSGWXaXWf 3.9 82

75 ”zVzzGmodelingGofGbenzeneGhydroxylationGinGhumanGcytochromeG“abWGYpfUGJournalgofgPhysicalg
ChemistrygASG2008SGXXYSGXZXafTbc 2.8 79

74 ”zVzzGsimulationsGpredictGaGcovalentGintermediateGinGtheGhenGeggGwhiteGlysozymeGreactionGwithG
itsGnaturalGsubstrateUGChemicalgCommunicationsSG2008SGaaYbTd 5.8 62

73 oiomolecularGsimulationGandGmodellinggGstatusSGprogressGandGprospectsUGJournalgofgthegRoyalgSocietyg
InterfaceSG2008SGbG—upplGZSG—XdZTfW 4.1 62

72 npplicationsGandGndvancesGofG”zVzzGzethodsGinGpomputationalGrnzymologyUGAnnualgReportsging
ComputationalgChemistrySG2008SGXbbTXcf 1.8 7

71 uighTlevelG”zVzzGmodellingGpredictsGanGarginineGasGtheGacidGinGtheGcondensationGreactionG
catalysedGbyGcitrateGsynthaseUGChemicalgCommunicationsSG2008SGXedaTc 5.8 36

(2008-2010)

11



70 pomputationalGandGexperimentalGstudiesGonGtheGcatalyticGmechanismGofGbiliverdinTvXbetaGreductaseUG
BiochemicalgJournalSG2008SGaXXSGadbTea 3.8 27

69 pomputationalGenzymologygGmodellingGtheGmechanismsGofGbiologicalGcatalystsUGBiochemicalgSocietyg
TransactionsSG2008SGZcSGYYTc 5.1 37

68
pooperativeGsymmetricGtoGasymmetricGconformationalGtransitionGofGtheGapoTformGofGscavengerG
decappingGenzymeGrevealedGbyGsimulationsUGProteins:gStructurevgFunctiongandgBioinformaticsSG2008SG
dWSGafeTbWe

4.2 25

67 vdentificationGofGproductiveGinhibitorGbindingGorientationGinGfattyGacidGamideGhydrolaseGOsnnuPGbyG
”zVzzGmechanisticGmodellingUGChemicalgCommunicationsSG2008SGYXaTc 5.8 58

66 zolecularGdeterminantsGofGxenobioticGmetabolismgG”zVzzGsimulationGofGtheGconversionGofG
XTchloroTYSaTdinitrobenzeneGcatalyzedGbyGzXTXGglutathioneG—TtransferaseUGBiochemistrySG2007SGacSGcZbZTcZ3.2 28

65
−unnelingGandGclassicalGpathsGforGprotonGtransferGinGanGenzymeGreactionGdominatedGbyGtunnelinggG
oxidationGofGtryptamineGbyGaromaticGamineGdehydrogenaseUGJournalgofgPhysicalgChemistrygBSG2007SG
XXXSGZWZYTad

3.4 49

64 ponformationalGeffectsGinGenzymeGcatalysisgGreactionGviaGaGhighGenergyGconformationGinGfattyGacidG
amideGhydrolaseUGBiophysicalgJournalSG2007SGfYSGyYWTY 2.9 69

63
pomparisonGofGdifferentGquantumGmechanicalVmolecularGmechanicsGboundaryGtreatmentsGinGtheG
reactionGofGtheGhepatitisGpGvirusGN—ZGproteaseGwithGtheGN—bnVboGsubstrateUGJournalgofgPhysicalg
ChemistrygBSG2007SGXXXSGXYfWfTXb

3.4 32

62 nnalysisGofGclassicalGandGquantumGpathsGforGdeprotonationGofGmethylamineGbyGmethylamineG
dehydrogenaseUGChemPhysChemSG2007SGeSGXeXcTZb 3.2 35

61
nctiveGsiteGdynamicsGandGcombinedGquantumGmechanicsVmolecularGmechanicsGO”zVzzPGmodellingG
ofGaGuvβTXGreverseGtranscriptaseVqNnVd−−“GcomplexUGJournalgofgMoleculargGraphicsgandgModellingSG
2007SGYcSGXTXZ

2.8 24

60 nbGinitioG”zVzzGmodellingGofGacetylTponGdeprotonationGinGtheGenzymeGcitrateGsynthaseUGJournalgofg
MoleculargGraphicsgandgModellingSG2007SGYcSGcdcTfW 2.8 23

59 phemicalGaccuracyGinG”zVzzGcalculationsGonGenzymeTcatalysedGreactionsUGChemistrygCentralgJournal
SG2007SGXSGXf 45

58 ”uantumGchemicalGanalysisGofGreactionGpathsGinGchorismateGmutasegGponformationalGeffectsGandG
electrostaticGstabilizationUGInternationalgJournalgofgQuantumgChemistrySG2007SGXWdSGYYdaTYYeb 2.1 18

57
—ubstrateGpolarizationGinGenzymeGcatalysisgG”zVzzGanalysisGofGtheGeffectGofGoxaloacetateG
polarizationGonGacetylTponGenolizationGinGcitrateGsynthaseUGProteins:gStructurevgFunctiongandg
BioinformaticsSG2007SGcfSGbYXTZb

4.2 29

56 pomputationalGrnzymologygGvnsightsGintoGrnzymeGzechanismGandGpatalysisGfromGzodellingUG
ChallengesgandgAdvancesgingComputationalgChemistrygandgPhysicsSG2007SGYdbTZWa 0.7

55 uighTaccuracyGcomputationGofGreactionGbarriersGinGenzymesUGAngewandtegChemiegwgInternationalg
EditionSG2006SGabSGcebcTf 16.4 223

54 ”zVzzGmodelingGofGcompoundGvGactiveGspeciesGinGcytochromeG“abWSGcytochromeGpGperoxidaseSGandG
ascorbateGperoxidaseUGJournalgofgComputationalgChemistrySG2006SGYdSGXZbYTcY 3.5 51

53 uighTnccuracyGpomputationGofG–eactionGoarriersGinGrnzymesUGAngewandtegChemieSG2006SGXXeSGdWXWTdWXZ3.6 56
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52 ntomicGdescriptionGofGanGenzymeGreactionGdominatedGbyGprotonGtunnelingUGScienceSG2006SGZXYSGYZdTaX 33.3 278

51
pommentGonGIzolecularGdynamicsGqs−goZyY“GstudyGofGguanosinetriphosphateGconversionGintoG
guanosinemonophosphateGuponGzgYRGchelationGofGalphaGandGbetaGphosphateGoxygensGofGtheG
triphosphateGtailIGbyGnlexanderGnUG−ulubSG“hysUGphemUGphemUG“hysUSGYWWcSGeSGYXedUGPhysicalgChemistryg
ChemicalgPhysicsSG2006SGeSGbZccTdhGdiscussionGbZceTf

3.6 5

50 uydrogenGtunnellingGinGenzymeTcatalysedGuTtransferGreactionsgGflavoproteinGandGquinoproteinG
systemsUGPhilosophicalgTransactionsgofgthegRoyalgSocietygB:gBiologicalgSciencesSG2006SGZcXSGXZdbTec 5.8 59

49 −heGseTpOGbondGenergyGinGmyoglobingGaG”zVzzGstudyGofGtheGeffectGofGtertiaryGstructureUG
BiophysicalgJournalSG2006SGfWSGyYdTf 2.9 32

48 zechanismsGofGreactionGinGcytochromeG“abWgGuydroxylationGofGcamphorGinG“abWcamUGOrganicgandg
BiomoleculargChemistrySG2006SGaSGZfZXTd 3.9 41

47 zolecularGmechanismsGofGantibioticGresistancegG”zVzzGmodellingGofGdeacylationGinGaGclassGnG
betaTlactamaseUGOrganicgandgBiomoleculargChemistrySG2006SGaSGYWcTXW 3.9 59

46 ”zGandG”zVzzGstudiesGofGselectivityGinGorganicGandGbioorganicGchemistryUGJournalgofgPhysicalg
OrganicgChemistrySG2006SGXfSGcWeTcXb 2.1 11

45
zultipleGhighTlevelG”zVzzGreactionGpathsGdemonstrateGtransitionTstateGstabilizationGinGchorismateG
mutasegGcorrelationGofGbarrierGheightGwithGtransitionTstateGstabilizationUGChemicalgCommunicationsSG
2005SGbWceTdW

5.8 74

44 zechanismsGofGantibioticGresistancegG”zVzzGmodelingGofGtheGacylationGreactionGofGaGclassGnG
betaTlactamaseGwithGbenzylpenicillinUGJournalgofgthegAmericangChemicalgSocietySG2005SGXYdSGaabaTcb 16.4 116

43 ”zVzzGmodellingGofGoleamideGhydrolysisGinGfattyGacidGamideGhydrolaseGOsnnuPGrevealsGaGnewG
mechanismGofGnucleophileGactivationUGChemicalgCommunicationsSG2005SGaZffTaWX 5.8 59

42 ”zVzzGstudiesGofGtheGelectronicGstructureGofGtheGcompoundGvGintermediateGinGcytochromeGcG
peroxidaseGandGascorbateGperoxidaseUGDaltongTransactionsSG2005SGZadWTc 4.3 29

41 rlectronicGstructureGofGcompoundGvGinGhumanGisoformsGofGcytochromeG“abWGfromG”zVzzGmodelingUG
JournalgofgthegAmericangChemicalgSocietySG2005SGXYdSGXYfWWTe 16.4 147

40 zodellingGenzymeGreactionGmechanismsSGspecificityGandGcatalysisUGDruggDiscoverygTodaySG2005SGXWSGXZfZTaWY8.8 155

39 ”uantumTzechanicalVzolecularTzechanicalGzethodsGinGzedicinalGphemistryUGMethodsgandg
PrinciplesgingMedicinalgChemistrySG2005SGXddTXfe 0.4 1

38 zrpunNv—−vpG—−αqYGOsGuvβTXG–rβr–—rG−–nN—p–v“−n—rGn−G−urGnp−vβrG—v−rGon—rqGONG”zVzzG
zr−uOqUGJournalgofgTheoreticalgandgComputationalgChemistrySG2004SGWZSGafXTbWW 1.8 8

37 zzGandG”zVzzGzodelingGofG−hreonylTt–NnG—ynthetasegGzodelG−estingGandG—imulationsUGStructuralg
ChemistrySG2004SGXbSGaWbTaXa 1.8 22

36 zechanismGandGstructureTreactivityGrelationshipsGforGaromaticGhydroxylationGbyGcytochromeG“abWUG
OrganicgandgBiomoleculargChemistrySG2004SGYSGYffeTZWWb 3.9 107

35 ponformationalGeffectsGinGenzymeGcatalysisgG”zVzzGfreeGenergyGcalculationGofGtheGNNnpNG
contributionGinGchorismateGmutaseUGChemicalgCommunicationsSG2004SGXYZeTf 5.8 51

(2004-2006)
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34 −ransitionGstateGstabilizationGandGsubstrateGstrainGinGenzymeGcatalysisgGabGinitioG”zVzzGmodellingG
ofGtheGchorismateGmutaseGreactionUGOrganicgandgBiomoleculargChemistrySG2004SGYSGfceTeW 3.9 94

33
qifferentialGtransitionTstateGstabilizationGinGenzymeGcatalysisgGquantumGchemicalGanalysisGofG
interactionsGinGtheGchorismateGmutaseGreactionGandGpredictionGofGtheGoptimalGcatalyticGfieldUGJournalg
ofgthegAmericangChemicalgSocietySG2004SGXYcSGXcXaeTbf

16.4 88

32 vdentificationGofGtluXccGasGtheGgeneralGbaseGinGtheGacylationGreactionGofGclassGnGbetaTlactamasesG
throughG”zVzzGmodelingUGJournalgofgthegAmericangChemicalgSocietySG2003SGXYbSGfbfWTX 16.4 63

31 vnsightsGintoGenzymeGcatalysisGfromG”zVzzGmodellinggGtransitionGstateGstabilizationGinGchorismateG
mutaseUGMoleculargPhysicsSG2003SGXWXSGYcfbTYdXa 1.7 66

30 nromaticGhydroxylationGbyGcytochromeG“abWgGmodelGcalculationsGofGmechanismGandGsubstituentG
effectsUGJournalgofgthegAmericangChemicalgSocietySG2003SGXYbSGXbWWaTb 16.4 119

29 nbGvnitioG”zVzzGzodelingGofGtheGuydroxylationG—tepGinGpTuydroxybenzoateGuydroxylaseUGJournalg
ofgPhysicalgChemistrygBSG2003SGXWdSGYXXeTYXYc 3.4 67

28 zodelingGbiotransformationGreactionsGbyGcombinedGquantumGmechanicalVmolecularGmechanicalG
approachesgGfromGstructureGtoGactivityUGCurrentgTopicsgingMedicinalgChemistrySG2003SGZSGXYaXTbc 3 44

27
”uantumGmechanicalVmolecularGmechanicalGfreeGenergyGsimulationsGofGtheGglutathioneG
—TtransferaseGOzXTXPGreactionGwithGphenanthreneGfSXWToxideUGJournalgofgthegAmericangChemicalg
SocietySG2002SGXYaSGffYcTZc

16.4 76

26 −heG”zVzzGnpproachGtoGrnzymaticG–eactionsUGTheoreticalgandgComputationalgChemistrySG2001SGbfdTcbZ 26

25
nG”uantumGzechanicalVzolecularGzechanicalG—tudyGofGtheGuydroxylationGofG“henolGandG
ualogenatedGqerivativesGbyG“henolGuydroxylaseUGJournalgofgthegAmericangChemicalgSocietySG2000SG
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