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j Paper IF Citations

359 rouplingK†onteKrarloWKαariationalKxmplicitKüolvationWKandKqinaryK|evelXüetKforKüimulationsKofK
qiomolecularKqindingYKJournaliofiChemicaliTheoryiandiComputationWK2021WK]fWKacedXacfg 6.4 1

358 ₂heKmyosinKxxKcoiledXcoilKdomainKatomicKstructureKinKitsKnativeKenvironmentYKProceedingsiofithei
NationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2021WK]]gWK 11.5 1

357 secodingKallostericKregulationKbyKtheKacylKcarrierKproteinYKProceedingsiofitheiNationaliAcademyiofi
SciencesiofitheiUnitediStatesiofiAmericaWK2021WK]]gWK 11.5 5

356 tlucidationKofKrrypticKandKpllostericK ocketsKwithinKtheKüp²üXroαXaK†ainK roteaseYKJournaliofi
ChemicaliInformationiandiModelingWK2021WKe]WKbchdXbd[] 6.1 16

355 rharacterizingKproteinKkinaseKpKS zpTKsubunitsKasKmacromolecularKregulatorsKofK zpK²x˛–K
liquidXliquidKphaseKseparationYKJournaliofiChemicaliPhysicsWK2021WK]dcWKaa]][] 3.9 2

354 pKglycanKgateKcontrolsKopeningKofKtheKüp²üXroαXaKspikeKproteinK2021WK 22

353 pKglycanKgateKcontrolsKopeningKofKtheKüp²üXroαXaKspikeKproteinYKNatureiChemistryWK2021WK]bWKhebXheg 17.6 63

352 sataKforKmolecularKdynamicsKsimulationsKofKcytochromeKoxidaseKwithKtheKpmberKforceKfieldYKDataiini
BriefWK2021WKbgWK][fc[] 1.2 0

351 pnK—penXüourceK†eshKvenerationK latformKforKqiophysicalK†odelingK−singK²ealisticKrellularK
veometriesYKBiophysicaliJournalWK2020WK]]gWK][[bX][[g 2.9 7

350 vatingKmechanismKofKelongatingK˛†XketoacylXpr KsynthasesYKNatureiCommunicationsWK2020WK]]WK]faf 17.4 18

349 †ultiscaleKüimulationsKtxaminingKvlycanKühieldKtffectsKonKsrugKqindingKtoKxnfluenzaK
–euraminidaseYKBiophysicaliJournalWK2020WK]]hWKaafdXaagh 2.9 4

348  redictingKtheKeffectsKofKdp₂ KonKcardiacKcontractionKusingKmultiscaleKmodelingKofKtheKsarcomereYK
ArchivesiofiBiochemistryiandiBiophysicsWK2020WKehdWK][gdga 4.1 1

347 xnterfacialKplasticityKfacilitatesKhighKreactionKrateKofKupüKmalonylXropipr KtransacylaseWKuabsYK
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2020WK]]fWKacaacXacabb11.5 16

346 bsKmeshKprocessingKusingKvp†erKaKtoKenableKreactionXdiffusionKsimulationsKinKrealisticKcellularK
geometriesYKPLoSiComputationaliBiologyWK2020WK]eWKe][[ffde 5 19

345 bsKmeshKprocessingKusingKvp†erKaKtoKenableKreactionXdiffusionKsimulationsKinKrealisticKcellularK
geometriesK2020WK]eWKe][[ffde

344 bsKmeshKprocessingKusingKvp†erKaKtoKenableKreactionXdiffusionKsimulationsKinKrealisticKcellularK
geometriesK2020WK]eWKe][[ffde

343 bsKmeshKprocessingKusingKvp†erKaKtoKenableKreactionXdiffusionKsimulationsKinKrealisticKcellularK
geometriesK2020WK]eWKe][[ffde
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342 bsKmeshKprocessingKusingKvp†erKaKtoKenableKreactionXdiffusionKsimulationsKinKrealisticKcellularK
geometriesK2020WK]eWKe][[ffde

341 bsKmeshKprocessingKusingKvp†erKaKtoKenableKreactionXdiffusionKsimulationsKinKrealisticKcellularK
geometriesK2020WK]eWKe][[ffde

340 bsKmeshKprocessingKusingKvp†erKaKtoKenableKreactionXdiffusionKsimulationsKinKrealisticKcellularK
geometriesK2020WK]eWKe][[ffde

339 qrownianKsynamicsKüimulationsKofKqiologicalK†oleculesYKTrendsiiniChemistryWK2019WK]WKfafXfbg 14.8 16

338 †odifyingKtheK₂hioesterK|inkageKpffectsKtheKütructureKofKtheKpcylKrarrierK roteinYKAngewandtei
ChemieiyiInternationaliEditionWK2019WKdgWK][gggX][gha 16.4 10

337 secipheringK—ffX₂argetKtffectsKinKr²xü ²XrashKthroughKpcceleratedK†olecularKsynamicsYKACSi
CentraliScienceWK2019WKdWKed]Xeea 16.8 57

336 −nderstandingKtheKmechanisticKbasisKofKnonXcodingK²–pKthroughKmolecularKdynamicsKsimulationsYK
JournaliofiStructuraliBiologyWK2019WKa[eWKaefXafh 3.4 22

335 ütructuralKandKdynamicalKrationaleKforKfattyKacidKunsaturationKinYKProceedingsiofitheiNationali
AcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2019WK]]eWKeffdXefgb 11.5 20

334 ₂heKinvisibleKdanceKofKr²xü ²XrashYKüimulationsKunveilKtheKmolecularKsideKofKtheKgeneXeditingK
revolutionYKPhysicsiTodayWK2019WKfaWKb[Xbe 0.9 7

333 romputationalK redictionsKofKsrugX roteinKqindingKzineticsKwithKaKwybridK†olecularKsynamicsWK
qrownianKsynamicsWKandK†ilestoningKppproachYKBiophysicaliJournalWK2019WK]]eWKdeaa 2.9 2

332 pllosteryKinKxtsK†anyKsisguisesiKuromK₂heoryKtoKppplicationsYKStructureWK2019WKafWKdeeXdfg 5.2 158

331 ühiftingKtheKwydrolysisKtquilibriumKofKüubstrateK|oadedKpcylKrarrierK roteinsYKBiochemistryWK2019WK
dgWKbddfXbde[ 3.2 2

330 †odifyingKtheK₂hioesterK|inkageKpffectsKtheKütructureKofKtheKpcylKrarrierK roteinYKAngewandtei
ChemieWK2019WK]b]WK]][[cX]][[g 3.6 2

329
αariationalKimplicitXsolventKpredictionsKofKtheKdryXwetKtransitionKpathwaysKforKligandXreceptorK
bindingKandKunbindingKkineticsYKProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesi
ofiAmericaWK2019WK]]eWK]chghX]chhc

11.5 9

328 pKütochasticK†ultiscaleK†odelKofKrardiacK₂hinKuilamentKpctivationK−singKqrownianX|angevinK
synamicsYKBiophysicaliJournalWK2019WK]]fWKaaddXaafa 2.9 6

327 ₂heKxmplementationKofKtheKroloredKpbstractKüimplicialKromplexKandKitsKppplicationKtoK†eshK
venerationYKACMiTransactionsioniMathematicaliSoftwareWK2019WKcdWK 2.3 6

326 pctivationKofKatypicalKproteinKkinaseKrKbyKsphingosineK]XphosphateKrevealedKbyKanKa zrXspecificK
activityKreporterYKScienceiSignalingWK2019WK]aWK 8.8 21

325 sockingKsimulationKandKantibioticKdiscoveryKtargetingKtheK†larKproteinKinKvramXnegativeKbacteriaYK
ChemicaliBiologyiandiDrugiDesignWK2019WKhbWKecfXeda 2.9 2

(2019-2020)
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324 †echanismsKforKqenzeneKsissociationKthroughKtheKtxcitedKütateKofK₂cK|ysozymeK|hhpK†utantYK
BiophysicaliJournalWK2019WK]]eWKa[dXa]c 2.9 11

323 †echanisticK robesKforKtheKtpimerizationKsomainKofK–onribosomalK eptideKüynthetasesYK
ChemBioChemWK2019WKa[WK]cfX]da 3.8 9

322 pwXdependentKconformationalKdynamicsKofKbetaXsecretaseK]iKpKmolecularKdynamicsKstudyYKJournali
ofiMoleculariRecognitionWK2019WKbaWKeafed 2.6 7

321 †echanismKofKtheKvXproteinKmimeticKnanobodyKbindingKtoKaKmuscarinicKvXproteinXcoupledKreceptorYK
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2018WK]]dWKb[beXb[c] 11.5 64

320 ²eplicaKtxchangeKvaussianKpcceleratedK†olecularKsynamicsiKxmprovedKtnhancedKüamplingKandK
ureeKtnergyKralculationYKJournaliofiChemicaliTheoryiandiComputationWK2018WK]cWK]gdbX]gec 6.4 21

319 |igandKqindingK athwaysKandKronformationalK₂ransitionsKofKtheKwxαK roteaseYKBiochemistryWK2018WK
dfWK]dbbX]dc] 3.2 33

318 †embraneKpllosteryKandK−niqueKwydrophobicKüitesK romoteKtnzymeKüubstrateKüpecificityYKJournali
ofitheiAmericaniChemicaliSocietyWK2018WK]c[WKbagdXbah] 16.4 36

317
²emarkableKsimilarityKinK lasmodiumKfalciparumKandK lasmodiumKvivaxKgeranylgeranylKdiphosphateK
synthaseKdynamicsKandKitsKimplicationKforKantimalarialKdrugKdesignYKChemicaliBiologyiandiDrugi
DesignWK2018WKh]WK][egX][ff

2.9 4

316 tnsembleKsockingKinKsrugKsiscoveryYKBiophysicaliJournalWK2018WK]]cWKaaf]Xaafg 2.9 203

315 xmprovementsKtoKtheKp qüKbiomolecularKsolvationKsoftwareKsuiteYKProteiniScienceWK2018WKafWK]]aX]ag 6.3 577

314 wxt²p²rwxrp|K—²₂w—v—–p|K†p₂²xγKvt–t²p₂x—–Kp–sK†p₂²xγXαtr₂—²K†−|₂x |xrp₂x—–üKx–K
²xvxsKq—sYKüx†−|p₂x—–üYKSIAMiJournaliofiScientificiComputingWK2018WKc[WKp]bcdXp]be] 2.6

313 ₂ailoringKtheKαariationalKxmplicitKüolventK†ethodKforK–ewKrhallengesiKqiomolecularK²ecognitionK
andKpssemblyYKFrontiersiiniMoleculariBiosciencesWK2018WKdWK]b 5.6 5

312 †embraneKpllosteryKandKwydrophobicKqindingKüitesKrontrolKüubstrateKüpecificityKofK|ipolyticK
tnzymesYKFASEBiJournalWK2018WKbaWKdagYe 0.9

311 ptypicalK roteinKzinaseKrXspecificKpctivityK²eporterK²evealsK–ovelKpctivationK†echanismKofKptypicalK
 roteinKzinaseKrKbyKüphingosineK]XphosphateYKFASEBiJournalWK2018WKbaWKeeaY] 0.9

310 qrownianKdynamicKstudyKofKanKenzymeKmetabolonKinKtheK₂rpKcycleiKüubstrateKkineticsKandK
channelingYKProteiniScienceWK2018WKafWKcebXcf] 6.3 20

309 weterogeneousKüolvationKinKsistinctiveK roteinX roteinKxnterfacesK²evealedKbyK†olecularKsynamicsK
üimulationsYKJournaliofiPhysicaliChemistryiBWK2018WK]aaWK]]ehdX]]f[] 3.4 4

308 pKromputationalK†odelingKppproachK redictsKxnteractionKofKtheKpntifungalK roteinKpu KfromKwithK
uungalK†embranesKviaKxtsK˛‡XroreK†otifYKMSphereWK2018WKbWK 5 12

307
xdentificationKofKü|pr]KanionKchannelKresiduesKrequiredKforKr—ZbicarbonateKsensingKandKregulationK
ofKstomatalKmovementsYKProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofi
AmericaWK2018WK]]dWK]]]ahX]]]bf

11.5 32
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306 zeyKroleKofKtheK²trKlobeKduringKr²xü ²XrashKactivationKbyKRsensingRWKRregulatingRWKandKRlockingRKtheK
catalyticKw–wKdomainYKQuarterlyiReviewsiofiBiophysicsWK2018WKd]WK 7 42

305 üpectroscopicKandKromputationalKxnvestigationsKofK|igandKqindingKtoKxspwiKsiscoveryKofK
–onXdiphosphateKxnhibitorsYKChemBioChemWK2017WK]gWKh]cXha[ 3.8 5

304 tffectKofKdonorKatomKidentityKonKmetalXbindingKpharmacophoreKcoordinationYKJournaliofiBiologicali
InorganiciChemistryWK2017WKaaWKe[dXe]b 3.7 7

303 pctivationKmechanismsKofKtheKfirstKsphingosineX]XphosphateKreceptorYKProteiniScienceWK2017WKaeWK]]d[X]]e[6.3 11

302 vaussianKpcceleratedK†olecularKsynamicsKinK–p†sYKJournaliofiChemicaliTheoryiandiComputationWK
2017WK]bWKhX]h 6.4 64

301 vaussianKpcceleratedK†olecularKsynamicsiK₂heoryWKxmplementationWKandKppplicationsYKAnnuali
ReportsiiniComputationaliChemistryWK2017WK]bWKab]Xafg 1.8 47

300 †anipulatingK roteinX roteinKxnteractionsKinK–onribosomalK eptideKüynthetaseK₂ypeKxxK eptidylK
rarrierK roteinsYKBiochemistryWK2017WKdeWKdaehXdafb 3.2 12

299  rotospacerKpdjacentK†otifXxnducedKpllosteryKpctivatesKr²xü ²XrashYKJournaliofitheiAmericani
ChemicaliSocietyWK2017WK]bhWK]e[agX]e[b] 16.4 66

298 M†artinizingMKtheKαariationalKxmplicitKüolventK†ethodKSαxü†TiKüolvationKureeKtnergyKforK
roarseXvrainedK roteinsYKJournaliofiPhysicaliChemistryiBWK2017WK]a]WKedbgXedcg 3.4 8

297 r²xü ²XrashKconformationalKactivationKasKelucidatedKfromKenhancedKmolecularKsimulationsYK
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2017WK]]cWKfae[Xfaed 11.5 91

296 synamicKütructureKandKxnhibitionKofKaK†alariaKsrugK₂argetiKveranylgeranylKsiphosphateKüynthaseYK
BiochemistryWK2016WKddWKd]g[Xh[ 3.2 7

295 ütrikingK lasticityKofKr²xü ²XrashKandKzeyK²oleKofK–onXtargetKs–pWKasK²evealedKbyK†olecularK
üimulationsYKACSiCentraliScienceWK2016WKaWKfdeXfeb 16.8 67

294 †olecularKdynamicKstudyKofK†larKproteinKinKvramXnegativeKbacteriaiKconformationalKflexibilityWK
solventKeffectKandKproteinXphospholipidKbindingYKProteiniScienceWK2016WKadWK]cb[Xf 6.3 15

293 vXproteinKcoupledKreceptorsiKadvancesKinKsimulationKandKdrugKdiscoveryYKCurrentiOpinioniini
StructuraliBiologyWK2016WKc]WKgbXgh 8.1 60

292 veneralKtrendsKofKdihedralKconformationalKtransitionsKinKaKglobularKproteinYKProteins:iStructurexi
FunctioniandiBioinformaticsWK2016WKgcWKd[]X]c 4.2 6

291 −nconstrainedKtnhancedKüamplingKforKureeKtnergyKralculationsKofKqiomoleculesiKpK²eviewYK
MoleculariSimulationWK2016WKcaWK][ceX][dd 2 93

290 ütochasticKlevelXsetKvariationalKimplicitXsolventKapproachKtoKsoluteXsolventKinterfacialKfluctuationsYK
JournaliofiChemicaliPhysicsWK2016WK]cdWK[dc]]c 3.9 8

289 wybridKfiniteKelementKandKqrownianKdynamicsKmethodKforKchargedKparticlesYKJournaliofiChemicali
PhysicsWK2016WK]ccWK]ec][f 3.9 1

(2016-2018)

5



288 üubstrateKchannelingKbetweenKtheKhumanKdihydrofolateKreductaseKandKthymidylateKsynthaseYK
ProteiniScienceWK2016WKadWKfhXge 6.3 20

287
sevelopmentKofK otentKandKüelectiveKxnhibitorsKforKvroupKαxpKralciumXxndependentK hospholipaseK
paKvuidedKbyK†olecularKsynamicsKandKütructureXpctivityK²elationshipsYKJournaliofiMedicinali
ChemistryWK2016WKdhWKcc[bX]c

8.3 27

286
romputerXaidedKdrugKdesignKguidedKbyKhydrogenZdeuteriumKexchangeKmassKspectrometryiKpK
powerfulKcombinationKforKtheKdevelopmentKofKpotentKandKselectiveKinhibitorsKofKvroupKαxpK
calciumXindependentKphospholipaseKpYKBioorganiciandiMedicinaliChemistryWK2016WKacWKcg[]Xcg]]

3.4 15

285
pcceleratedKstructureXbasedKdesignKofKchemicallyKdiverseKallostericKmodulatorsKofKaKmuscarinicKvK
proteinXcoupledKreceptorYKProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofi
AmericaWK2016WK]]bWKtdefdXgc

11.5 69

284 vradedKactivationKandKfreeKenergyKlandscapesKofKaKmuscarinicKvXproteinXcoupledKreceptorYK
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2016WK]]bWK]a]eaX]a]ef11.5 79

283 romputationKofKpwXdependentKbindingKfreeKenergiesYKBiopolymersWK2016WK][dWKcbXh 2.2 16

282 tffectsKofKwr†Kc₂nxKmutationK²]cdvKonKtroponinKstructureKandKmodulationKbyK zpK
phosphorylationKelucidatedKbyKmolecularKdynamicsKsimulationsYKBiophysicaliJournalWK2015WK][gWKbhdXc[f 2.9 30

281 tnhancedKligandKsamplingKforKrelativeKproteinXligandKbindingKfreeKenergyKcalculationsYKJournaliofi
PhysicaliChemistryiBWK2015WK]]hWKe]h[Xf 3.4 13

280 vaussianKpcceleratedK†olecularKsynamicsiK−nconstrainedKtnhancedKüamplingKandKureeKtnergyK
ralculationYKJournaliofiChemicaliTheoryiandiComputationWK2015WK]]WKbdgcXbdhd 6.4 302

279 |üXαxü†iKpKsoftwareKpackageKforKanalysisKofKbiomolecularKsolvationYKJournaliofiComputationali
ChemistryWK2015WKbeWK][cfXdh 3.5 16

278 pllostericKeffectsKofKsodiumKionKbindingKonKactivationKofKtheKmbKmuscarinicKgXproteinXcoupledK
receptorYKBiophysicaliJournalWK2015WK][gWK]fheX]g[e 2.9 53

277 pcceleratedKmolecularKdynamicsKsimulationsKofKligandKbindingKtoKaKmuscarinicKvXproteinXcoupledK
receptorYKQuarterlyiReviewsiofiBiophysicsWK2015WKcgWKcfhXgf 7 100

276
₂roponinKxK†utationsK²]cevKandK²a]rKplterKrardiacK₂roponinKuunctionWKrontractileK ropertiesWKandK
†odulationKbyK roteinKzinaseKpKS zpTXmediatedK hosphorylationYKJournaliofiBiologicaliChemistryWK
2015WKah[WKaffchXee

5.4 25

275 pKselfXconsistentKphaseXfieldKapproachKtoKimplicitKsolvationKofKchargedKmoleculesKwithK
 oissonXqoltzmannKelectrostaticsYKJournaliofiChemicaliPhysicsWK2015WK]cbWKacb]][ 3.9 6

274 pcceleratedKmolecularKdynamicsKsimulationsKofKproteinKfoldingYKJournaliofiComputationaliChemistryWK
2015WKbeWK]dbeXch 3.5 106

273 tlectrostaticKsteeringKenhancesKtheKrateKofKcp† KbindingKtoKphosphodiesteraseiKqrownianK
dynamicsKmodelingYKProteiniScienceWK2015WKacWK]ggcXh 6.3 13

272 xnvestigationKofKtheKconformationalKdynamicsKofKtheKapoKpapKadenosineKreceptorYKProteiniScienceWK
2015WKacWK][[cX]a 6.3 10

271 ronformationalKsynamicsKandKqindingKureeKtnergiesKofKxnhibitorsKofKqprtX]iKuromKtheK erspectiveK
ofK rotonationKtquilibriaYKPLoSiComputationaliBiologyWK2015WK]]WKe][[cbc] 5 25
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270 wowKtoKdealKwithKmultipleKbindingKposesKinKalchemicalKrelativeKproteinXligandKbindingKfreeKenergyK
calculationsYKJournaliofiChemicaliTheoryiandiComputationWK2015WK]]WKaef[Xh 6.4 42

269 pntiinfectivesKtargetingKenzymesKandKtheKprotonKmotiveKforceYKProceedingsiofitheiNationaliAcademyi
ofiSciencesiofitheiUnitediStatesiofiAmericaWK2015WK]]aWKtf[fbXga 11.5 107

268
†embranesKserveKasKallostericKactivatorsKofKphospholipaseKpaWKenablingKitKtoKextractWKbindWKandK
hydrolyzeKphospholipidKsubstratesYKProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitedi
StatesiofiAmericaWK2015WK]]aWKtd]eXad

11.5 64

267 txploringKtheKroleKofKreceptorKflexibilityKinKstructureXbasedKdrugKdiscoveryYKBiophysicaliChemistryWK
2014WK]geWKb]Xcd 3.5 105

266 ureeKenergyKlandscapeKofKvXproteinKcoupledKreceptorsWKexploredKbyKacceleratedKmolecularK
dynamicsYKPhysicaliChemistryiChemicaliPhysicsWK2014WK]eWKebhgXc[e 3.6 62

265 pKmodelKstudyKofKsequentialKenzymeKreactionsKandKelectrostaticKchannelingYKJournaliofiChemicali
PhysicsWK2014WK]c[WK][d][] 3.9 39

264 ₂rappingKtheKdynamicKacylKcarrierKproteinKinKfattyKacidKbiosynthesisYKNatureWK2014WKd[dWKcafXb] 50.4 174

263 tlectrostaticKchannelingKinK YKfalciparumKswu²X₂üiKqrownianKdynamicsKandKümoluchowskiKmodelingYK
BiophysicaliJournalWK2014WK][fWKabhcXc[a 2.9 18

262
−seKofKqrokenXüymmetryKsensityKuunctionalK₂heoryK₂oKrharacterizeKtheKxspwK—xidizedKütateiK
xmplicationsKforKxspwK†echanismKandKxnhibitionYKJournaliofiChemicaliTheoryiandiComputationWK2014WK
][WKbgf]Xbggc

6.4 13

261 pcceleratedKadaptiveKintegrationKmethodYKJournaliofiPhysicaliChemistryiBWK2014WK]]gWKd][hX]g 3.4 11

260 †appingKofKallostericKdruggableKsitesKinKactivationXassociatedKconformersKofKtheK†aKmuscarinicK
receptorYKChemicaliBiologyiandiDrugiDesignWK2014WKgbWKabfXce 2.9 36

259 αariationalKxmplicitKüolvationKwithK oissonXqoltzmannK₂heoryYKJournaliofiChemicaliTheoryiandi
ComputationWK2014WK][WK]cdcX]cef 6.4 35

258 ₂rypsinogenKactivationKasKobservedKinKacceleratedKmolecularKdynamicsKsimulationsYKProteiniScienceWK
2014WKabWK]dd[Xg 6.3 3

257 weterogeneousKwydrationKofKpdbZ†s†aKromplexYKJournaliofiChemicaliTheoryiandiComputationWK
2014WK][WK]b[aX]b]b 6.4 17

256 romputationalKstudiesKofKtheKeffectKofKtheKüabsZüacsKtroponinKxKmutationKonKcardiacKtroponinK
structuralKdynamicsYKBiophysicaliJournalWK2014WK][fWK]efdXgd 2.9 35

255 xmprovedK²eweightingKofKpcceleratedK†olecularKsynamicsKüimulationsKforKureeKtnergyKralculationYK
JournaliofiChemicaliTheoryiandiComputationWK2014WK][WKaeffXaegh 6.4 225

254 ütructureWKmechanismWKandKdynamicsKofK−s XgalactopyranoseKmutaseYKArchivesiofiBiochemistryiandi
BiophysicsWK2014WKdccWK]agXc] 4.1 39

253 sipeptideKpggregationKinKpqueousKüolutionKfromKuixedK ointXrhargeKuorceKuieldsYKJournaliofi
ChemicaliTheoryiandiComputationWK2014WK][WK]eb]X]ebf 6.4 8

(2014-2015)

7



252  zpKphosphorylationKofKcardiacKtroponinKxKmodulatesKactivationKandKrelaxationKkineticsKofK
ventricularKmyofibrilsYKBiophysicaliJournalWK2014WK][fWK]]heX]a[c 2.9 35

251 srugKscreeningKstrategyKforKhumanKmembraneKproteinsiKfromK–†²KproteinKbackboneKstructureKtoK
inKsilicaXKandK–†²XscreenedKhitsYKBiochemicaliandiBiophysicaliResearchiCommunicationsWK2014WKccdWKfacXbb3.4 9

250
₂axodioneKandKarenaroneKinhibitKfarnesylKdiphosphateKsynthaseKbyKbindingKtoKtheKisopentenylK
diphosphateKsiteYKProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK
2014WK]]]WKtadb[Xh

11.5 27

249  oissonXqoltzmannKversusKüizeX†odifiedK oissonXqoltzmannKtlectrostaticsKpppliedKtoK|ipidK
qilayersYKJournaliofiPhysicaliChemistryiBWK2014WK]]gWK]cgafXba 3.4 10

248 pllostericKinhibitionKofKtpaciKcomputationalKmodelingKandKexperimentalKvalidationKtoKidentifyK
allostericKsitesKandKinhibitorsYKJournaliofiBiologicaliChemistryWK2014WKaghWKah]cgXdf 5.4 24

247 †olecularKdynamicsKsimulationKstudyKofKconformationalKchangesKofKtranscriptionKfactorK₂uxxüKduringK
²–pKpolymeraseKxxKtranscriptionalKarrestKandKreactivationYKPLoSiONEWK2014WKhWKehfhfd 3.7 5

246 üubstrateXdependentKdynamicsKofK−s XgalactopyranoseKmutaseiKxmplicationsKforKdrugKdesignYK
ProteiniScienceWK2013WKaaWK]ch[Xd[] 6.3 11

245 xmprovingKtheKtfficiencyKofKureeKtnergyKralculationsKinKtheKpmberK†olecularKsynamicsK ackageYK
JournaliofiChemicaliTheoryiandiComputationWK2013WKhWK 6.4 72

244  opulationKbasedKreweightingKofKscaledKmolecularKdynamicsYKJournaliofiPhysicaliChemistryiBWK2013WK
]]fWK]afdhXeg 3.4 75

243 pu† qiKpnKadaptiveKfastKmultipoleK oissonâ��qoltzmannKsolverKforKcalculatingKelectrostaticsKinK
biomolecularKsystemsYKComputeriPhysicsiCommunicationsWK2013WK]gcWKae]gXae]h 4.2 2

242 pcceleratedK†olecularKsynamicsKüimulationsKwithKtheKp†—tqpK olarizableKuorceKuieldKonKvraphicsK
 rocessingK−nitsYKJournaliofiChemicaliTheoryiandiComputationWK2013WKhWKcegcXceh] 6.4 32

241 αariationalKxmplicitXüolventK†odelingKofKwostXvuestKqindingiKpKraseKütudyKonKrucurbit[f]uril|YK
JournaliofiChemicaliTheoryiandiComputationWK2013WKhWKc]hdXca[c 6.4 11

240 üimulationsKofKbiasedKagonistsKinKtheK˛†SaTKadrenergicKreceptorKwithKacceleratedKmolecularK
dynamicsYKBiochemistryWK2013WKdaWKddhbXe[b 3.2 31

239 üolventKfluctuationsKinKhydrophobicKcavityXligandKbindingKkineticsYKProceedingsiofitheiNationali
AcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2013WK]][WK]]hfXa[a 11.5 77

238 ütructuralKinsightKintoKtheKseparateKrolesKofKinositolKtetraphosphateKandKdeacetylaseXactivatingK
domainKinKactivationKofKhistoneKdeacetylaseKbYKProteiniScienceWK2013WKaaWKgbXha 6.3 24

237 pccountingKforKreceptorKflexibilityKandKenhancedKsamplingKmethodsKinKcomputerXaidedKdrugKdesignYK
ChemicaliBiologyiandiDrugiDesignWK2013WKg]WKc]Xh 2.9 90

236 †olecularKrecognitionKandKligandKassociationYKAnnualiReviewiofiPhysicaliChemistryWK2013WKecWK]d]Xfd 15.7 145

235
wX²tγp†siKpKwamiltonianK²eplicaKtxchangeKppproachKtoKxmproveKureeKtnergyKralculationsKforK
üystemsKwithKzineticallyK₂rappedKronformationsYKJournaliofiChemicaliTheoryiandiComputationWK
2013WKhWK]gXab

6.4 36
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234 tvaluationKofKwydrationKureeKtnergyKbyK|evelXüetKαariationalKxmplicitXüolventK†odelKwithK
roulombXuieldKppproximationYKJournaliofiChemicaliTheoryiandiComputationWK2013WKhWK]ffgX]fgf 6.4 24

233 −tilizingKaKdynamicalKdescriptionKofKxspwKtoKaidKinKtheKdevelopmentKofKnovelKantimicrobialKdrugsYK
PLoSiComputationaliBiologyWK2013WKhWKe][[bbhd 5 7

232 xnsertionKofKtheKra´†VXindependentKphospholipaseKpâ��KintoKaKphospholipidKbilayerKviaKcoarseXgrainedK
andKatomisticKmolecularKdynamicsKsimulationsYKPLoSiComputationaliBiologyWK2013WKhWKe][[b]de 5 27

231 xnactivatingKmutationKinKhistoneKdeacetylaseKbKstabilizesKitsKactiveKconformationYKProteiniScienceWK
2013WKaaWK]b[eX]a 6.3 6

230 pctivationKandKdynamicKnetworkKofKtheK†aKmuscarinicKreceptorYKProceedingsiofitheiNationali
AcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2013WK]][WK][hgaXf 11.5 174

229 †ultiXcoreKr −KorKv −XacceleratedK†ultiscaleK†odelingKforKqiomolecularKromplexesYK
ComputationaliandiMathematicaliBiophysicsWK2013WK]WK 1.7 14

228 †appingKtheK opulationKofK roteinKronformationalKtnergyKüubXütatesKfromK–†²KsipolarK
rouplingsYKAngewandteiChemieWK2013WK]adWKbaebXbaef 3.6 1

227  haseXfieldKapproachKtoKimplicitKsolvationKofKbiomoleculesKwithKroulombXfieldKapproximationYK
JournaliofiChemicaliPhysicsWK2013WK]bhWK[ac]]] 3.9 12

226 †athematicalKandK–umericalKpspectsKofKtheKpdaptiveKuastK†ultipoleK oissonXqoltzmannKüolverYK
CommunicationsiiniComputationaliPhysicsWK2013WK]bWK][fX]ag 2.4 9

225 †odellingKcardiacKcalciumKsparksKinKaKthreeXdimensionalKreconstructionKofKaKcalciumKreleaseKunitYK
JournaliofiPhysiologyWK2012WKdh[WKcc[bXaa 3.9 67

224 pllostericKnetworksKinKthrombinKdistinguishKprocoagulantKvsYKanticoagulantKactivitiesYKProceedingsiofi
theiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2012WK][hWKa]a]eXaa 11.5 117

223 ₂heKbindingKmechanismWKmultipleKbindingKmodesWKandKallostericKregulationKofKütaphylococcusK
aureusKüortaseKpKprobedKbyKmolecularKdynamicsKsimulationsYKProteiniScienceWK2012WKa]WK]gdgXf] 6.3 28

222 synamicsKandKcalciumKassociationKtoKtheK–XterminalKregulatoryKdomainKofKhumanKcardiacKtroponinK
riKaKmultiscaleKcomputationalKstudyYKJournaliofiPhysicaliChemistryiBWK2012WK]]eWKgcchXdh 3.4 39

221 |evelXüetKαariationalKxmplicitXüolventK†odelingKofKqiomoleculesKwithKtheKroulombXuieldK
ppproximationYKJournaliofiChemicaliTheoryiandiComputationWK2012WKgWKbgeXbhf 6.4 28

220 ²outineKpccessKtoK†illisecondK₂imeKücaleKtventsKwithKpcceleratedK†olecularKsynamicsYKJournaliofi
ChemicaliTheoryiandiComputationWK2012WKgWKahhfXb[[a 6.4 344

219 ralciumKbindingKandKallostericKsignalingKmechanismsKforKtheKsarcoplasmicKreticulumKra´†VKp₂ aseYK
ProteiniScienceWK2012WKa]WK]cahXcb 6.3 21

218 wydrophobicKpssociationKandKαolumeXronfinedKβaterK†oleculesK2012WK]cdX]f[ 9

217 ₂heKdynamicKstructureKofKthrombinKinKsolutionYKBiophysicaliJournalWK2012WK][bWKfhXgg 2.9 43

(2012-2013)
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216 †ultiX₂imescaleKronformationalKsynamicsKofKtheKüwbKsomainKofKrsaXpssociatedK roteinKusingK
–†²KüpectroscopyKandKpcceleratedK†olecularKsynamicsYKAngewandteiChemieWK2012WK]acWKea[fXea][ 3.6 3

215
xnnenrˆ…cktitelbildiK†ultiX₂imescaleKronformationalKsynamicsKofKtheKüwbKsomainKofKrsaXpssociatedK
 roteinKusingK–†²KüpectroscopyKandKpcceleratedK†olecularKsynamicsKSpngewYKrhemYKadZa[]aTYK
AngewandteiChemieWK2012WK]acWKebgbXebgb

3.6

214
xnsideKqackKroveriK†ultiX₂imescaleKronformationalKsynamicsKofKtheKüwbKsomainKofKrsaXpssociatedK
 roteinKusingK–†²KüpectroscopyKandKpcceleratedK†olecularKsynamicsKSpngewYKrhemYKxntYKtdYK
adZa[]aTYKAngewandteiChemieiyiInternationaliEditionWK2012WKd]WKeafhXeafh

16.4

213 †odelingKeffectsKofK|XtypeKcaSaVTKcurrentKandKnaSVTXcaSaVTKexchangerKonKcaSaVTKtriggerKfluxKinKrabbitK
myocytesKwithKrealisticK₂XtubuleKgeometriesYKFrontiersiiniPhysiologyWK2012WKbWKbd] 4.6 23

212 pcceleratedKmolecularKdynamicsiK₂heoryWKimplementationKandKapplicationsK2012WK 3

211 pKmolecularKdynamicsKensembleXbasedKapproachKforKtheKmappingKofKdruggableKbindingKsitesYK
MethodsiiniMoleculariBiologyWK2012WKg]hWKbX]a 1.4 21

210 †olecularKrecognitionKinKtheKcaseKofKflexibleKtargetsYKCurrentiPharmaceuticaliDesignWK2011WK]fWK]eebXf] 3.3 39

209 –ovelKinhibitorsKofK†ycobacteriumKtuberculosisKd₂s XeXdeoxyX|XlyxoXcXhexuloseKreductaseKS²mlsTK
identifiedKbyKvirtualKscreeningYKBioorganiciandiMedicinaliChemistryiLettersWK2011WKa]WKf[ecXf 2.9 14

208 †olecularKdynamicsKsimulationsKandKdrugKdiscoveryYKBMCiBiologyWK2011WKhWKf] 7.3 615

207 vatedKsiffusionXcontrolledK²eactionsYKBMCiBiophysicsWK2011WKcWKc 0 18

206  redictiveKpowerKofKmolecularKdynamicsKreceptorKstructuresKinKvirtualKscreeningYKJournaliofi
ChemicaliInformationiandiModelingWK2011WKd]WK]cbhXce 6.1 75

205 xnducedKfitKorKconformationalKselectionnK₂heKroleKofKtheKsemiXclosedKstateKinKtheKmaltoseKbindingK
proteinYKBiochemistryWK2011WKd[WK][db[Xh 3.2 76

204  —α†tiKanKalgorithmKforKmeasuringKbindingXpocketKvolumesYKJournaliofiMoleculariGraphicsiandi
ModellingWK2011WKahWKffbXe 2.8 164

203 pccessingKaKhiddenKconformationKofKtheKmaltoseKbindingKproteinKusingKacceleratedKmolecularK
dynamicsYKPLoSiComputationaliBiologyWK2011WKfWKe][[a[bc 5 92

202 †appingKtheKdruggableKallostericKspaceKofKvXproteinKcoupledKreceptorsiKaKfragmentXbasedK
molecularKdynamicsKapproachYKChemicaliBiologyiandiDrugiDesignWK2010WKfeWKa[]X]f 2.9 91

201 –umericalKanalysisKofKraaVKsignalingKinKratKventricularKmyocytesKwithKrealisticKtransverseXaxialK
tubularKgeometryKandKinhibitedKsarcoplasmicKreticulumYKPLoSiComputationaliBiologyWK2010WKeWKe][[[hfa 5 34

200 wowKranKwydrophobicKpssociationKqeKtnthalpyKsrivennYKJournaliofiChemicaliTheoryiandi
ComputationWK2010WKeWKageeXagf] 6.4 169

199 tnhancedKconformationalKspaceKsamplingKimprovesKtheKpredictionKofKchemicalKshiftsKinKproteinsYK
JournaliofitheiAmericaniChemicaliSocietyWK2010WK]baWK]aa[X] 16.4 82
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198 βaterKinKcavityXligandKrecognitionYKJournaliofitheiAmericaniChemicaliSocietyWK2010WK]baWK]a[h]Xf 16.4 215

197 pKdynamicKmodelKofKwxαKintegraseKinhibitionKandKdrugKresistanceYKJournaliofiMoleculariBiologyWK2010
WKbhfWKe[[X]d 6.5 52

196 romputationalKidentificationKofKuncharacterizedKcruzainKbindingKsitesYKPLoSiNeglectediTropicali
DiseasesWK2010WKcWKeefe 4.8 34

195 −singKüelectivelyKpppliedKpcceleratedK†olecularKsynamicsKtoKtnhanceKureeKtnergyKralculationsYK
JournaliofiChemicaliTheoryiandiComputationWK2010WKeWKbagdXbaha 6.4 46

194
romputerXaidedKidentificationKofK₂rypanosomaKbruceiKuridineKdiphosphateKgalactoseKcRXepimeraseK
inhibitorsiKtowardKtheKdevelopmentKofKnovelKtherapiesKforKpfricanKsleepingKsicknessYKJournaliofi
MedicinaliChemistryWK2010WKdbWKd[adXba

8.3 45

193 ²oleKofKsecondaryKsialicKacidKbindingKsitesKinKinfluenzaK–]KneuraminidaseYKJournaliofitheiAmericani
ChemicaliSocietyWK2010WK]baWKaggbXd 16.4 47

192 xncludingKreceptorKflexibilityKandKinducedKfitKeffectsKintoKtheKdesignKofK†† XaKinhibitorsYKJournaliofi
MoleculariRecognitionWK2010WKabWK]fbXga 2.6 22

191 qrowndyeiKpKüoftwareK ackageKforKqrownianKsynamicsYKComputeriPhysicsiCommunicationsWK2010WK
]g]WK]gheX]h[d 4.2 63

190 |argeKconformationalKchangesKinKproteinsiKsignalingKandKotherKfunctionsYKCurrentiOpinioniini
StructuraliBiologyWK2010WKa[WK]caXf 8.1 167

189  oissonX–ernstX lanckKtquationsKforKüimulatingKqiomolecularKsiffusionX²eactionK rocessesKxiKuiniteK
tlementKüolutionsYKJournaliofiComputationaliPhysicsWK2010WKaahWKehfhXehhc 4.1 101

188  otentialKdrugXlikeKinhibitorsKofKvroupK]KinfluenzaKneuraminidaseKidentifiedKthroughK
computerXaidedKdrugKdesignYKComputationaliBiologyiandiChemistryWK2010WKbcWKhfX][d 3.6 16

187 pu† qiKpnKpdaptiveKuastK†ultipoleK oissonXqoltzmannKüolverKforKralculatingKtlectrostaticsKinK
qiomolecularKüystemsYKComputeriPhysicsiCommunicationsWK2010WK]g]WK]]d[X]]e[ 4.2 39

186 xnterfacesKandKhydrophobicKinteractionsKinKreceptorXligandKsystemsiKpKlevelXsetKvariationalKimplicitK
solventKapproachYKJournaliofiChemicaliPhysicsWK2009WK]b]WK]cc][a 3.9 37

185 sarwinianKbiophysicsiKelectrostaticsKandKevolutionKinKtheKkineticsKofKmolecularKbindingYKProceedingsi
ofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2009WK][eWKfegbXc 11.5 28

184 ronformationalKdynamicsKofKtheKflexibleKcatalyticKloopKinK†ycobacteriumKtuberculosisK
]XdeoxyXsXxyluloseKdXphosphateKreductoisomeraseYKChemicaliBiologyiandiDrugiDesignWK2009WKfbWKaeXbg 2.9 12

183 ₂owardKaKunifiedKrepresentationKofKproteinKstructuralKdynamicsKinKsolutionYKJournaliofitheiAmericani
ChemicaliSocietyWK2009WK]b]WK]ehegXfd 16.4 98

182 rouplingKtheK|evelXüetK†ethodKwithK†olecularK†echanicsKforKαariationalKxmplicitKüolvationKofK
–onpolarK†oleculesYKJournaliofiChemicaliTheoryiandiComputationWK2009WKdWKadfXaee 6.4 41

181 †echanisticKinsightKintoKtheKroleKofKtransitionXstateKstabilizationKinKcyclophilinKpYKJournaliofithei
AmericaniChemicaliSocietyWK2009WK]b]WK]cfXda 16.4 49

(2009-2010)
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180
sistinctKglycanKtopologyKforKavianKandKhumanKsialopentasaccharideKreceptorKanaloguesKuponK
bindingKdifferentKhemagglutininsiKaKmolecularKdynamicsKperspectiveYKJournaliofiMoleculariBiologyWK
2009WKbgfWKcedXh]

6.5 67

179 †olecularXdynamicsKsimulationsKofKt|xrXaKprokaryoticKhomologueKofKtheKnicotinicKacetylcholineK
receptorYKBiophysicaliJournalWK2009WKheWKcd[aX]b 2.9 33

178 tnzymaticKactivityKversusKstructuralKdynamicsiKtheKcaseKofKacetylcholinesteraseKtetramerYK
BiophysicaliJournalWK2009WKhfWKghfXh[d 2.9 18

177 xntrinsicKconformationalKflexibilityKofKacetylcholinesteraseYKChemicoyBiologicaliInteractionsWK2008WK
]fdWKb[bXc 5 1

176 synamicsKofKtheKacetylcholinesteraseKtetramerYKBiophysicaliJournalWK2008WKhcWK]]ccXdc 2.9 26

175 tnsembleXbasedKvirtualKscreeningKrevealsKpotentialKnovelKantiviralKcompoundsKforKavianKinfluenzaK
neuraminidaseYKJournaliofiMedicinaliChemistryWK2008WKd]WKbgfgXhc 8.3 190

174
₂hreeXdimensionalKgeometricKmodelingKofKmembraneXboundKorganellesKinKventricularKmyocytesiK
bridgingKtheKgapKbetweenKmicroscopicKimagingKandKmathematicalKsimulationYKJournaliofiStructurali
BiologyWK2008WK]ecWKb[cX]b

3.4 26

173 rontinuumKsimulationsKofKacetylcholineKconsumptionKbyKacetylcholinesteraseiKaK
 oissonX–ernstX lanckKapproachYKJournaliofiPhysicaliChemistryiBWK2008WK]]aWKaf[Xd 3.4 32

172 thXxmhKcolicinKs–aseXimmunityKproteinKbiomolecularKassociationKinKwateriKaKmultipleXcopyKandK
acceleratedKmolecularKdynamicsKsimulationKstudyYKJournaliofiPhysicaliChemistryiBWK2008WK]]aWK]eg[aX]c 3.4 9

171 tlectrostaticKfreeKenergyKandKitsKvariationsKinKimplicitKsolventKmodelsYKJournaliofiPhysicaliChemistryi
BWK2008WK]]aWKb[dgXeh 3.4 78

170 romputerXpidedKsrugKsiscoveryiK hysicsXbasedKüimulationsKfromKtheK†olecularKtoKtheKrellularK
|evelK2008WKc[]Xc][ 3

169 siscoveryKofKdrugXlikeKinhibitorsKofKanKessentialK²–pXeditingKligaseKinK₂rypanosomaKbruceiYK
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2008WK][dWK]fafgXgb 11.5 114

168 †olecularKdynamicsKofKaKkappaqKs–pKelementiKbaseKflippingKviaKcrossXstrandKintercalativeKstackingK
inKaKmicrosecondXscaleKsimulationYKNucleiciAcidsiResearchWK2008WKbeWKchc]Xdd 20.1 50

167 wighXfidelityKgeometricKmodelingKforKbiomedicalKapplicationsYKFiniteiElementsiiniAnalysisiandiDesignWK
2008WKccWKf]dXfab 2.2 34

166 pnKimprovedKrelaxedKcomplexKschemeKforKreceptorKflexibilityKinKcomputerXaidedKdrugKdesignYK
JournaliofiComputeryAidediMoleculariDesignWK2008WKaaWKehbXf[d 4.2 243

165 ueatureXpreservingKadaptiveKmeshKgenerationKforKmolecularKshapeKmodelingKandKsimulationYK
JournaliofiMoleculariGraphicsiandiModellingWK2008WKaeWK]bf[Xg[ 2.8 76

164 †olecularKsurfaceXfreeKcontinuumKmodelKforKelectrodiffusionKprocessesYKChemicaliPhysicsiLettersWK
2008WKcd]WKagaXage 2.5 15

163
–ovelKdruggableKhotKspotsKinKavianKinfluenzaKneuraminidaseKwd–]KrevealedKbyKcomputationalK
solventKmappingKofKaKreducedKandKrepresentativeKreceptorKensembleYKChemicaliBiologyiandiDrugi
DesignWK2008WKf]WK][eX]e

2.9 88
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162 —neXqeadKroarseXvrainedK†odelsKforK roteinsK2008WKagdXahg

161 xmprovedKqoundaryKtlementK†ethodsKforK oissonXqoltzmannKtlectrostaticK otentialKandKuorceK
ralculationsYKJournaliofiChemicaliTheoryiandiComputationWK2007WKbWK]]bcXca 6.4 34

160 wxαX]KproteaseKsubstrateKbindingKandKproductKreleaseKpathwaysKexploredKwithKcoarseXgrainedK
molecularKdynamicsYKBiophysicaliJournalWK2007WKhaWKc]fhXgf 2.9 67

159 –anosecondXtimescaleKconformationalKdynamicsKofKtheKhumanKalphafKnicotinicKacetylcholineK
receptorYKBiophysicaliJournalWK2007WKhbWKaeaaXbc 2.9 64

158
synamicsWKhydrationWKandKmotionalKaveragingKofKaKloopXgatedKartificialKproteinKcavityiKtheKβ]h]vK
mutantKofKcytochromeKcKperoxidaseKinKwaterKasKrevealedKbyKmolecularKdynamicsKsimulationsYK
BiochemistryWK2007WKceWK][eahXca

3.2 40

157  eptideKinsertionWKpositioningWKandKstabilizationKinKaKmembraneiKinsightKfromKanKallXatomKmolecularK
dynamicsKsimulationYKBiopolymersWK2007WKgdWKch[Xf 2.2 23

156 M–ewXversionXfastXmultipoleXmethodMKacceleratedKelectrostaticKinteractionsKinKbiomolecularK
systemsYKJournaliofiComputationaliPhysicsWK2007WKaaeWK]bcgX]bee 4.1 24

155 qindingKpathwaysKofKligandsKtoKwxαX]KproteaseiKcoarseXgrainedKandKatomisticKsimulationsYKChemicali
BiologyiandiDrugiDesignWK2007WKehWKdX]b 2.9 59

154 pKproposedKsignalingKmotifKforKnuclearKimportKinKm²–pKprocessingKviaKtheKformationKofKarginineK
clawYKProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2007WK][cWK]chcfXd]11.5 34

153 ppplicationKofKtheKlevelXsetKmethodKtoKtheKimplicitKsolvationKofKnonpolarKmoleculesYKJournaliofi
ChemicaliPhysicsWK2007WK]afWK[gcd[b 3.9 74

152 tlectrodiffusioniKaKcontinuumKmodelingKframeworkKforKbiomolecularKsystemsKwithKrealisticK
spatiotemporalKresolutionYKJournaliofiChemicaliPhysicsWK2007WK]afWK]bd][a 3.9 64

151 qiologicalKppplicationsKofKtlectrostaticKralculationsKandKqrownianKsynamicsKüimulationsYKReviewsiini
ComputationaliChemistryWK2007WKaahXaef 54

150 romputationalKütudiesKofK roteinKsynamicsYKFASEBiJournalWK2007WKa]WKpc[ 0.9

149 qiobdiKanK²KpackageKforKtheKcomparativeKanalysisKofKproteinKstructuresYKBioinformaticsWK2006WKaaWKaehdXe 7.2 947

148 ₂argetedKmolecularKdynamicsKstudyKofKrXloopKclosureKandKchannelKgatingKinKnicotinicKreceptorsYK
PLoSiComputationaliBiologyWK2006WKaWKe]bc 5 104

147 —rderK–KalgorithmKforKcomputationKofKelectrostaticKinteractionsKinKbiomolecularKsystemsYK
ProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2006WK][bWK]hb]cXh 11.5 115

146 ₂heKinfluenceKofKmacromolecularKcrowdingKonKwxαX]KproteaseKinternalKdynamicsYKJournaliofithei
AmericaniChemicaliSocietyWK2006WK]agWKe[[eXf 16.4 87

145 †olecularKdynamicsiKsurveyKofKmethodsKforKsimulatingKtheKactivityKofKproteinsYKChemicaliReviewsWK
2006WK][eWK]dghXe]d 68.1 818

(2006-2008)

13



144 vatedKbindingKofKligandsKtoKwxαX]KproteaseiKqrownianKdynamicsKsimulationsKinKaKcoarseXgrainedK
modelYKBiophysicaliJournalWK2006WKh[WKbgg[Xd 2.9 75

143 —nKtheKapplicationKofKacceleratedKmolecularKdynamicsKtoKliquidKwaterKsimulationsYKJournaliofi
PhysicaliChemistryiBWK2006WK]][WKaaehdXf[] 3.4 36

142  otentialsKofKmeanKforceKforKacetylcholineKunbindingKfromKtheKalphafKnicotinicKacetylcholineK
receptorKligandXbindingKdomainYKJournaliofitheiAmericaniChemicaliSocietyWK2006WK]agWKb[]hXae 16.4 86

141 rhannelKopeningKmotionKofKalphafKnicotinicKacetylcholineKreceptorKasKsuggestedKbyKnormalKmodeK
analysisYKJournaliofiMoleculariBiologyWK2006WKbddWKb][Xac 6.5 102

140
—ptimizationKandKcomputationalKevaluationKofKaKseriesKofKpotentialKactiveKsiteKinhibitorsKofKtheK
αgauZxgcαKdrugXresistantKmutantKofKwxαX]KproteaseiKanKapplicationKofKtheKrelaxedKcomplexKmethodK
ofKstructureXbasedKdrugKdesignYKChemicaliBiologyiandiDrugiDesignWK2006WKefWKbbeXcd

2.9 21

139
 hosphorylationKeffectsKonKcisZtransKisomerizationKandKtheKbackboneKconformationKofK
serineXprolineKmotifsiKacceleratedKmolecularKdynamicsKanalysisYKJournaliofitheiAmericaniChemicali
SocietyWK2005WK]afWK]hehXfc

16.4 80

138 uastKpeptidylKcisXtransKisomerizationKwithinKtheKflexibleKvlyXrichKflapsKofKwxαX]KproteaseYKJournaliofi
theiAmericaniChemicaliSocietyWK2005WK]afWK]bffgXh 16.4 84

137 ²apidKtstimationKofKüolvationKtnergyKforKüimulationsKofK roteinX roteinKpssociationYKJournaliofi
ChemicaliTheoryiandiComputationWK2005WK]WK]cbXda 6.4 16

136 —ptimizedK²adiiKforK oissonXqoltzmannKralculationsKwithKtheKp†qt²KuorceKuieldYKJournaliofi
ChemicaliTheoryiandiComputationWK2005WK]WKcgcXhb 6.4 71

135 |igandXinducedKconformationalKchangeKinKtheKalphafKnicotinicKreceptorKligandKbindingKdomainYK
BiophysicaliJournalWK2005WKggWKadecXfe 2.9 62

134 txploringKglobalKmotionsKandKcorrelationsKinKtheKribosomeYKBiophysicaliJournalWK2005WKghWK]cddXeb 2.9 115

133 pKcoarseKgrainedKmodelKforKtheKdynamicsKofKflapKopeningKinKwxαX]KproteaseYKChemicaliPhysicsiLetters
WK2005WKc]bWK]abX]ag 2.5 107

132 ₂argetKflexibilityKinKmolecularKrecognitionYKBiochimicaiEtiBiophysicaiActaiyiProteinsiandiProteomicsWK
2005WK]fdcWKaa]Xc 4 52

131 †olecularKdockingKofKbalanolKtoKdynamicsKsnapshotsKofKproteinKkinaseKpYKProteins:iStructurexi
FunctioniandiBioinformaticsWK2005WKe]WKgd[Xg 4.2 55

130 ₂heKfoldingKenergyKlandscapeKandKphosphorylationiKmodelingKtheKconformationalKswitchKofKtheK
–up₂KregulatoryKdomainYKFASEBiJournalWK2005WK]hWK]bghXhd 0.9 41

129
romputationKofKelectrostaticKforcesKbetweenKsolvatedKmoleculesKdeterminedKbyKtheK
 oissonXqoltzmannKequationKusingKaKboundaryKelementKmethodYKJournaliofiChemicaliPhysicsWK2005WK
]aaWKa]c][a

3.9 87

128 ²elatingKkineticKratesKandKlocalKenergeticKroughnessKbyKacceleratedKmolecularXdynamicsK
simulationsYKJournaliofiChemicaliPhysicsWK2005WK]aaWKac]][b 3.9 67

127 tlectrostaticKxnteractionsYKMethodsiofiBiochemicaliAnalysisWK2005WKcafXcc[ 4
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126 pgonistXmediatedKconformationalKchangesKinKacetylcholineXbindingKproteinKrevealedKbyKsimulationK
andKintrinsicKtryptophanKfluorescenceYKJournaliofiBiologicaliChemistryWK2005WKag[WKgccbXd] 5.4 115

125
pKgatingKmechanismKproposedKfromKaKsimulationKofKaKhumanKalphafKnicotinicKacetylcholineK
receptorYKProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaWK2005WK
][aWKeg]bXg

11.5 127

124 ₂heKpssociationKofK₂etramericKpcetylcholinesteraseKβithKrolQK₂ailiKpKqlockK–ormalK†odeKpnalysisYK
PLoSiComputationaliBiologyWK2005WKpreprintWKeea 5

123 xüx†iKpK rogramKforKvrandKranonicalK†onteKrarloKüimulationsKofKtheKxonicKtnvironmentKofK
qiomoleculesYKMoleculariSimulationWK2004WKb[WKcdXe] 2 19

122 wxαX]KproteaseKmolecularKdynamicsKofKaKwildXtypeKandKofKtheKαgauZxgcαKmutantiKpossibleK
contributionsKtoKdrugKresistanceKandKaKpotentialKnewKtargetKsiteKforKdrugsYKProteiniScienceWK2004WK]bWK]][gXab6.3 197

121 pcceleratedKmolecularKdynamicsiKaKpromisingKandKefficientKsimulationKmethodKforKbiomoleculesYK
JournaliofiChemicaliPhysicsWK2004WK]a[WK]]h]hXah 3.9 1089

120  sqa Q²iKanKautomatedKpipelineKforKtheKsetupKofK oissonXqoltzmannKelectrostaticsKcalculationsYK
NucleiciAcidsiResearchWK2004WKbaWKβeedXf 20.1 2395

119 siscoveryKofKaKnovelKbindingKtrenchKinKwxαKintegraseYKJournaliofiMedicinaliChemistryWK2004WKcfWK]gfhXg] 8.3 286

118 uiniteKelementKsolutionKofKtheKsteadyXstateKümoluchowskiKequationKforKrateKconstantKcalculationsYK
BiophysicaliJournalWK2004WKgeWKa[]fXah 2.9 70

117 ütudyingKtheKrolesKofKβgeWKta[aWKandKYbbfKinKbindingKofKacetylcholineKtoKacetylcholinesteraseKusingK
aKcombinedKmolecularKdynamicsKandKmultipleKdockingKapproachYKProteiniScienceWK2003WK]aWKaefdXgc 6.3 34

116 ₂heKrelaxedKcomplexKmethodiKpccommodatingKreceptorKflexibilityKforKdrugKdesignKwithKanK
improvedKscoringKschemeYKBiopolymersWK2003WKegWKcfXea 2.2 160

115 psymmetricKstructuralKmotionsKofKtheKhomomericKalphafKnicotinicKreceptorKligandKbindingKdomainK
revealedKbyKmolecularKdynamicsKsimulationYKBiophysicaliJournalWK2003WKgdWKb[[fX]g 2.9 68

114 uiniteKelementKsimulationsKofKacetylcholineKdiffusionKinKneuromuscularKjunctionsYKBiophysicali
JournalWK2003WKgcWKaabcXc] 2.9 45

113 ütudyingKtheKaffinityKandKkineticsKofKmolecularKassociationKwithKmolecularXdynamicsKsimulationYK
JournaliofiChemicaliPhysicsWK2003WK]]gWK]ga]X]gaf 3.9 20

112 †olecularKdynamicsKsimulationsKofKbiomoleculesYKNatureiStructuraliBiologyWK2002WKhWKeceXda 1990

111 ütudyingKenzymeKbindingKspecificityKinKacetylcholinesteraseKusingKaKcombinedKmolecularKdynamicsK
andKmultipleKdockingKapproachYKJournaliofitheiAmericaniChemicaliSocietyWK2002WK]acWKgae[Xf 16.4 92

110 rhangesKinKflexibilityKuponKbindingiKppplicationKofKtheKselfXconsistentKpairKcontactKprobabilityK
methodKtoKproteinXproteinKinteractionsYKJournaliofiChemicaliPhysicsWK2002WK]]fWKhhafXhhbb 3.9 13

109 tntropyK|ossKofKwydroxylKvroupsKofKqalanolKuponKqindingKtoK roteinKzinaseKpYKJournaliofiChemicali
EducationWK2002WKfhWK]]aa 2.4 5
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108 romputationalKdrugKdesignKaccommodatingKreceptorKflexibilityiKtheKrelaxedKcomplexKschemeYK
JournaliofitheiAmericaniChemicaliSocietyWK2002WK]acWKdebaXb 16.4 353

107 –ativeXstateKconformationalKdynamicsKofKvp²₂iKaKregulatoryKpwXdependentKcoilXhelixKtransitionK
examinedKbyKelectrostaticKcalculationsYKProteiniScienceWK2001WK][WKabebXfg 6.3 14

106  rotonKtransferKdynamicsKofKvp²₂iKtheKpwXdependentKcatalyticKmechanismKexaminedKbyK
electrostaticKcalculationsYKProteiniScienceWK2001WK][WKabfhXha 6.3 13

105 ₂heKstructureKofKüky]pKrevealsKaKnovelKmechanismKforKconstitutiveKactivityYKNatureiStructurali
BiologyWK2001WKgWK]feXgb 67

104 ütatisticalKanalysisKofKtheKfractalKgatingKmotionsKofKtheKenzymeKacetylcholinesteraseYKPhysicali
ReviewiEWK2001WKebWK[c]h[a 2.4 26

103
rhromophoreK rotonationKütatesKandKtheK rotonKühuttleK†echanismKinKvreenKuluorescentK roteiniKK
xnferencesKsrawnKfromKabKxnitioK₂heoreticalKütudiesKofKrhemicalKütructuresKandKαibrationalK
üpectraâ� YKJournaliofiPhysicaliChemistryiBWK2001WK][dWKagd[Xagdf

3.4 26

102 pKmodelKforKenzymeXsubstrateKinteractionKinKalanineKracemaseYKJournaliofitheiAmericaniChemicali
SocietyWK2001WK]abWKagb[Xc 16.4 31

101 —rderedKwaterKandKligandKmobilityKinKtheKwxαX]KintegraseXdrx₂t KcomplexiKaKmolecularKdynamicsK
studyYKJournaliofiMedicinaliChemistryWK2001WKccWKb[cbXf 8.3 65

100 ptomisticKqrownianKdynamicsKsimulationKofKpeptideKphosphorylationYKJournaliofitheiAmericani
ChemicaliSocietyWK2001WK]abWKh][fX]] 16.4 45

99 tlectrostaticKsteeringKofKsubstrateKtoKacetylcholinesteraseiKanalysisKofKfieldKfluctuationsYK
BiopolymersWK2000WKdbWKaedXf] 2.2 39

98 sevelopingKaKdynamicKpharmacophoreKmodelKforKwxαX]KintegraseYKJournaliofiMedicinaliChemistryWK
2000WKcbWKa][[X]c 8.3 248

97 pctiveKsiteKbindingKmodesKofKwxαX]KintegraseKinhibitorsYKJournaliofiMedicinaliChemistryWK2000WKcbWKc][hX]f8.3 92

96 tlectrostaticKsteeringKofKsubstrateKtoKacetylcholinesteraseiKpnalysisKofKfieldKfluctuationsK2000WKdbWKaed 1

95 †ethodKforKxncludingKtheKsynamicKuluctuationsKofKaK roteinKinKromputerXpidedKsrugKsesignYK
JournaliofiPhysicaliChemistryiAWK1999WK][bWK][a]bX][a]h 2.8 91

94  oissonXqoltzmannKmodelKstudiesKofKmolecularKelectrostaticKpropertiesKofKtheKcp† XdependentK
proteinKkinaseYKEuropeaniBiophysicsiJournalWK1999WKagWKcdfXef 1.9 9

93  hosphorylationKstabilizesKtheK–XterminiKofKalphaXhelicesYKBiopolymersWK1999WKchWKaadXbb 2.2 35

92 †ouseKacetylcholinesteraseKunligandedKandKinKcomplexKwithKhuperzineKpiKaKcomparisonKofK
molecularKdynamicsKsimulationsYKBiopolymersWK1999WKd[WKbdXcb 2.2 25

91 †olecularKdynamicsKofKmouseKacetylcholinesteraseKcomplexedKwithKhuperzineKpYKBiopolymersWK1999WK
d[WKbcfXdh 2.2 22
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90 †olecularKdynamicsKofKcryptophaneKandKitsKcomplexesKwithKtetramethylammoniumKandK
neopentaneKusingKaKcontinuumKsolventKmodelYKJournaliofiComputationaliChemistryWK1999WKa[WKhdeXhf[ 3.5 9

89 synamicalKpropertiesKofKfasciculinXaYKProteins:iStructurexiFunctioniandiBioinformaticsWK1999WKbeWKccfXdb 4.2 12

88  olarizationKaroundKanKionKinKaKdielectricKcontinuumKwithKtruncatedKelectrostaticKinteractionsYK
JournaliofiChemicaliPhysicsWK1999WK]][WK][efhX][eha 3.9 31

87 twaldKartifactsKinKcomputerKsimulationsKofKionicKsolvationKandKionâ��ionKinteractioniKpKcontinuumK
electrostaticsKstudyYKJournaliofiChemicaliPhysicsWK1999WK]][WK]gdeX]gfa 3.9 303

86 xnternalKsynamicsKofKvreenKuluorescentK roteinYKJournaliofiPhysicaliChemistryiBWK1999WK][bWKbaebXbaeh 3.4 68

85 pnnealingKaccountsKforKtheKlengthKofKactinKfilamentsKformedKbyKspontaneousKpolymerizationYK
BiophysicaliJournalWK1999WKffWKah]]Xh 2.9 107

84 †olecularKdynamicsKstudiesKonKtheKwxαX]KintegraseKcatalyticKdomainYKBiophysicaliJournalWK1999WKfeWKahhhXb[]]2.9 73

83 synamicKandK²otationalKpnalysisKofKrryptophaneKwostâ��vuestKüystemsi´ KrhallengesKofKsescribingK
†olecularK²ecognitionYKJournaliofitheiAmericaniChemicaliSocietyWK1999WK]a]WKbg]Xbh[ 16.4 21

82 rorrelationKbetweenKrateKofKenzymeXsubstrateKdiffusionalKencounterKandKaverageKqoltzmannKfactorK
aroundKactiveKsiteYKBiopolymersWK1998WKcdWKbddXe[ 2.2 18

81
²apidKbindingKofKaKcationicKactiveKsiteKinhibitorKtoKwildKtypeKandKmutantKmouseK
acetylcholinesteraseiKqrownianKdynamicsKsimulationKincludingKdiffusionKinKtheKactiveKsiteKgorgeYK
BiopolymersWK1998WKceWKcedXfc

2.2 55

80 üolvationKstudiesKofKs† babKandKpfehagKboundKtoKwxαKproteaseiKanalysisKofKwaterKsitesKusingK
grandKcanonicalK†onteKrarloKsimulationsYKProteiniScienceWK1998WKfWKdfbXh 6.3 15

79 qrownianKandKessentialKdynamicsKstudiesKofKtheKwxαX]KintegraseKcatalyticKdomainYKJournaliofi
BiomoleculariStructureiandiDynamicsWK1998WK]eWKfbbXcd 3.6 16

78 pzaKühiftKtffectsKonKqackboneKpmideKqaseXratalyzedKwydrogenKtxchangeK²atesKinK eptidesYK
JournaliofitheiAmericaniChemicaliSocietyWK1998WK]a[WKbfbdXbfbg 16.4 30

77 rorrectingKforKelectrostaticKcutoffsKinKfreeKenergyKsimulationsiK₂owardKconsistencyKbetweenK
simulationsKwithKdifferentKcutoffsYKJournaliofiChemicaliPhysicsWK1998WK][gWKhe]fXheab 3.9 19

76 ronformationKgatingKasKaKmechanismKforKenzymeKspecificityYKProceedingsiofitheiNationaliAcademyiofi
SciencesiofitheiUnitediStatesiofiAmericaWK1998WKhdWKhag[Xb 11.5 201

75 pcetylcholinesteraseiK²oleKofKtheKenzymeRsKchargeKdistributionKinKsteeringKchargedKligandsKtowardK
theKactiveKsiteYKBiopolymersWK1998WKbhWKgdXhc 2.2 22

74 txcitingKvreenKulourescentK roteinYKACSiSymposiumiSeriesWK1998WKaggXahd 0.4 3

73 tlectrostaticKchannelingKofKsubstratesKbetweenKenzymeKactiveKsitesiKcomparisonKofKsimulationKandK
experimentYKBiochemistryWK1997WKbeWK]e[chXdg 3.2 61
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72 ütructureXbasedKdrugKdesigniKcomputationalKadvancesYKAnnualiReviewiofiPharmacologyiandi
ToxicologyWK1997WKbfWKf]Xh[ 17.9 117

71
pbsoluteKronfigurationKofKqromochlorofluoromethaneKfromK†olecularKsynamicsKüimulationKofKxtsK
tnantioselectiveKromplexationKbyKrryptophaneXrYKJournaliofitheiAmericaniChemicaliSocietyWK1997WK
]]hWKbg]gXbgab

16.4 67

70 ronformationalKsamplingKwithK oissonâ��qoltzmannKforcesKandKaKstochasticKdynamicsZ†onteKrarloK
methodiKppplicationKtoKalanineKdipeptideYKJournaliofiComputationaliChemistryWK1997WK]gWK]fd[X]fdh 3.5 47

69 üimulationKofKelectrostaticKandKhydrodynamicKpropertiesKofKüerratiaKendonucleaseYKBiopolymersWK
1997WKc]WKccbXd[ 2.2 9

68 zinaseKconformationsiKaKcomputationalKstudyKofKtheKeffectKofKligandKbindingYKProteiniScienceWK1997WK
eWKabbeXcb 6.3 16

67 tvidenceKforKelectrostaticKchannelingKinKaKfusionKproteinKofKmalateKdehydrogenaseKandKcitrateK
synthaseYKBiochemistryWK1996WKbdWK]aedaXg 3.2 65

66 ₂heKdeterminantsKofKpzasKinKproteinsYKBiochemistryWK1996WKbdWKfg]hXbb 3.2 424

65 romputingKionizationKstatesKofKproteinsKwithKaKdetailedKchargeKmodelYKJournaliofiComputationali
ChemistryWK1996WK]fWK]ebbX]ecc 3.5 127

64 ütudyKofKglobalKmotionsKinKproteinsKbyKweightedKmassesKmolecularKdynamicsiKadenylateKkinaseKasKaK
testKcaseYKProteins:iStructurexiFunctioniandiBioinformaticsWK1996WKadWKfhXgg 4.2 12

63 —rientationalKsteeringKinKenzymeXsubstrateKassociationiKionicKstrengthKdependenceKofK
hydrodynamicKtorqueKeffectsYKEuropeaniBiophysicsiJournalWK1996WKacWK]bfXc] 1.9 35

62 ureeKenergyKsimulationsiKrorrectingKforKelectrostaticKcutoffsKbyKuseKofKtheK oissonKequationYK
JournaliofiChemicaliPhysicsWK1996WK][cWKfecdXfed] 3.9 31

61 pcetylcholinesteraseiKroleKofKtheKenzymeRsKchargeKdistributionKinKsteeringKchargedKligandsKtowardK
theKactiveKsiteYKBiopolymersWK1996WKbhWKgdXhc 2.2 15

60 pcetylcholinesteraseiK²oleKofKtheKenzymeRsKchargeKdistributionKinKsteeringKchargedKligandsKtowardK
theKactiveKsiteK1996WKbhWKgd 28

59 ronservativeKandKnonconservativeKmutationsKinKproteinsiKanomalousKmutationsKinKaKtransportK
receptorKanalyzedKbyKfreeKenergyKandKquantumKchemicalKcalculationsYKProteiniScienceWK1995WKcWKbgfXhb 6.3 1

58  arallelizationKofK oissonâ��qoltzmannKandKqrownianKsynamicsKralculationsYKACSiSymposiumiSeriesWK
1995WK]f[X]gd 0.4 5

57 pKmolecularKmechanicsZgridKmethodKforKevaluationKofKligandâ��receptorKinteractionsYKJournaliofi
ComputationaliChemistryWK1995WK]eWKcdcXcec 3.5 158

56 †olecularKdynamicsKsimulationKwithKaKcontinuumKelectrostaticKmodelKofKtheKsolventYKJournaliofi
ComputationaliChemistryWK1995WK]eWK][g]X][hd 3.5 91

55 üimulationKofKenzymeXsubstrateKencounterKwithKgatedKactiveKsitesYKNatureiStructuraliandiMoleculari
BiologyWK1994WK]WKedXh 17.6 65
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54 pcetylcholinesteraseiKtffectsKofKxonicKütrengthKandKsimerizationKonKtheK²ateKronstantsYKIsraeli
JournaliofiChemistryWK1994WKbcWK]d]X]dg 3.4 20

53 üimulationKofKtheKbimolecularKreactionKbetweenKsuperoxideKandKsuperoxideKdismutaseiKsynthesisKofK
theKencounterKandKreactionKstepsYKJournaliofitheiAmericaniChemicaliSocietyWK1993WK]]dWK]]gfcX]]gff 16.4 33

52 pcetylcholinesteraseiKelectrostaticKsteeringKincreasesKtheKrateKofKligandKbindingYKBiochemistryWK1993WK
baWKc[]Xb 3.2 138

51 üimulationKofKqimolecularK²eactionsYKMoleculariSimulationWK1993WK][WKe]Xed 2 8

50 romputationKofKelectrostaticKforcesKonKsolvatedKmoleculesKusingKtheK oissonXqoltzmannKequationYK
TheiJournaliofiPhysicaliChemistryWK1993WKhfWKbdh]Xbe[[ 304

49 †olecularKsynamicsKüimulationKofKüubstrateXtnzymeKxnteractionsKinKtheKpctiveKüiteKrhannelKofK
üuperoxideKsismutaseYKMoleculariSimulationWK1993WK][WKaffXagh 2 13

48 siffusiveKreactionKratesKfromKqrownianKdynamicsKsimulationsiK²eplacingKtheKouterKcutoffKsurfaceKbyK
anKanalyticalKtreatmentYKJournaliofiChemicaliPhysicsWK1992WKhfWKdegaXdege 3.9 60

47 pntiXinsulinKantibodyKstructureKandKconformationYKxYK†olecularKmodelingKandKmechanicsKofKanKinsulinK
antibodyYKBiopolymersWK1992WKbaWK]]Xa] 2.2 10

46 pntiXinsulinKantibodyKstructureKandKconformationYKxxYK†olecularKdynamicsKwithKexplicitKsolventYK
BiopolymersWK1992WKbaWKabXba 2.2 23

45 zineticKeffectsKofKmultipleKchargeKmodificationsKinKenzymeXsubstrateKreactionsiKqrownianKdynamicsK
simulationsKofKruWKZnKsuperoxideKdismutaseYKJournaliofiComputationaliChemistryWK1992WK]bWKeeXeh 3.5 18

44 tlectrostaticKenergyKcalculationsKbyKaKuiniteXdifferenceKmethodiK²apidKcalculationKofKchargeâ��solventK
interactionKenergiesYKJournaliofiComputationaliChemistryWK1992WK]bWKfegXff] 3.5 53

43 üolvingKtheKfiniteXdifferenceKnonXlinearK oissonâ��qoltzmannKequationYKJournaliofiComputationali
ChemistryWK1992WK]bWK]]]cX]]]g 3.5 91

42 ureeKenergyKdifferenceKcalculationsKbyKthermodynamicKintegrationiKsifficultiesKinKobtainingKaK
preciseKvalueYKJournaliofiComputationaliChemistryWK1991WK]aWKaf]Xafd 3.5 149

41 sielectricKboundaryKsmoothingKinKfiniteKdifferenceKsolutionsKofKtheKpoissonKequationiKpnKapproachK
toKimproveKaccuracyKandKconvergenceYKJournaliofiComputationaliChemistryWK1991WK]aWKh[hXh]a 3.5 115

40 pKmolecularKdynamicsKstudyKofKthermodynamicKandKstructuralKaspectsKofKtheKhydrationKofKcavitiesKinK
proteinsYKBiopolymersWK1991WKb]WKh]hXb] 2.2 67

39 ureeKenergyKfromKsimulationsYKCurrentiOpinioniiniStructuraliBiologyWK1991WK]WK]heXa[[ 8.1 47

38 tlectricXfieldKdistributionKinsideKtheKbacterialKphotosyntheticKreactionKcenterKofK
²hodopseudomonasKviridisYKChemicaliPhysicsiLettersWK1990WK]fbWKaceXada 2.5 18

37 uluctuationKofKtheKsolventXaccessibleKsurfaceKareaKofKtunaKferrocytochromeKcYKBiopolymersWK1990WKahWK]gffXgb2.2 9

(1990-1994)

19



36  artialKelectrostaticKchargesKforKtheKactiveKcenterKofKruWKZnKsuperoxideKdismutaseYKJournaliofi
ComputationaliChemistryWK1990WK]]WKbceXbd[ 3.5 26

35 wydrationKofKsuperoxideKstudiedKbyKmolecularKdynamicsKsimulationYKJournaliofiComputationali
ChemistryWK1990WK]]WK][[bX][[g 3.5 9

34 tlectrostaticsKinKbiomolecularKstructureKandKdynamicsYKChemicaliReviewsWK1990WKh[WKd[hXda] 68.1 586

33 romputerKsimulationKstudyKofKtheKbindingKofKanKantiviralKagentKtoKaKsensitiveKandKaKresistantKhumanK
rhinovirusYKJournaliofiComputeryAidediMoleculariDesignWK1989WKaWKadhXee 4.2 17

32 üuperoxideKdismutaseiKfluctuationsKinKtheKstructureKandKsolvationKofKtheKactiveKsiteKchannelKstudiedK
byKmolecularKdynamicsKsimulationYKBiopolymersWK1989WKagWKa[gdXhe 2.2 26

31 QuantumKsimulationKofKferrocytochromeKcYKNatureWK1988WKbbcWKfaeXg 50.4 16

30 romputerKüimulationKandKtheKsesignKofK–ewKqiologicalK†oleculesYKIsraeliJournaliofiChemistryWK1986WK
afWKa]]Xa]d 3.4 51

29 synamicsKofK†acromolecularKxnteractionsYKACSiSymposiumiSeriesWK1986WKa]eXab] 0.4 3

28 ₂heKhingeXbendingKmodeKofKaKlysozymeXinhibitorKcomplexYKBiopolymersWK1986WKadWK]fefXg[a 2.2 38

27 ₂ransportK ropertiesKofK†acromoleculesKbyKqrownianKsynamicsKüimulationiKαectorizationKofK
qrownianKsynamicsKonKtheKryberXa[dYKJournaliofiComputationaliChemistryWK1986WKfWKcdfXceb 3.5 4

26 —ptimizationKofKqrownianKdynamicsKmethodsKforKdiffusionXinfluencedKrateKconstantKcalculationsYK
JournaliofiChemicaliPhysicsWK1986WKgcWKa]heXaa[b 3.9 47

25 †olecularXdynamicsKsimulationKofKphenylalanineKtransferK²–pYKxYK†ethodsKandKgeneralKresultsYK
BiopolymersWK1985WKacWK]]ehXgg 2.2 23

24 †olecularXdynamicsKsimulationKofKphenylalanineKtransferK²–pYKxxYKpmplitudesWKanisotropiesWKandK
anharmonicitiesKofKatomicKmotionsYKBiopolymersWK1985WKacWK]]ghXa[c 2.2 9

23 |argeXamplitudeKbendingKmotionsKinKphenylalanineKtransferK²–pYKBiopolymersWK1984WKabWKa]fbXhb 2.2 32

22 qrownianKdynamicsKsimulationKofKdiffusionXinfluencedKbimolecularKreactionsYKJournaliofiChemicali
PhysicsWK1984WKg[WK]d]fX]dac 3.9 326

21 †olecularKdynamicsKofKferrocytochromeKciK₂imeKdependenceKofKtheKatomicKdisplacementsYK
BiopolymersWK1983WKaaWK]dfhX]dhb 2.2 27

20 veneralizedK|angevinKdynamicsKsimulationsKwithKarbitraryKtimeXdependentKmemoryKkernelsYKJournali
ofiChemicaliPhysicsWK1983WKfgWKbadeXbae] 3.9 62

19 üaddleXpointKavoidanceKinKdiffusionalKreactionsYKJournaliofiChemicaliPhysicsWK1983WKfgWKhgfXhgh 3.9 44
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18 †olecularKdynamicsKofKphenylalanineKtransferK²–pYKJournaliofiBiomoleculariStructureiandiDynamicsWK
1983WK]WKbdfXeh 3.6 32

17 ütochasticallyKgatedKdiffusionXinfluencedKreactionsYKJournaliofiChemicaliPhysicsWK1982WKffWKccgcXcchb 3.9 188

16 vatedKbindingKofKligandsKtoKproteinsYKNatureWK1981WKahbWKb]eXf 50.4 136

15 xntramolecularKflexibilityKinKphenylalanineKtransferK²–pYKNatureWK1981WKahcWKageXf 50.4 43

14 ₂heKinternalKdynamicsKofKglobularKproteinsYKCriticaliReviewsiiniBiochemistryWK1981WKhWKahbXbch 418

13 †emoryKkernelsKfromKmolecularKdynamicsYKJournaliofiChemicaliPhysicsWK1981WKfdWKaceaXaceb 3.9 31

12 üimulationKmethodsKforKproteinKstructureKfluctuationsYKBiopolymersWK1980WK]hWK][[]X]e 2.2 75

11 †olecularKdynamicsKofKferrocytochromeKcYKNatureWK1980WKageWKb[cXd 50.4 42

10 xnternalKmobilityKofKferrocytochromeKcYKNatureWK1980WKagfWKedhXe[ 50.4 84

9 tfficientKtrajectoryKsimulationKmethodsKforKdiffusionalKbarrierKcrossingKprocessesYKJournaliofi
ChemicaliPhysicsWK1980WKfaWKcdehXcdfg 3.9 16

8 siffusiveKlangevinKdynamicsKofKmodelKalkanesYKChemicaliPhysicsiLettersWK1979WKedWKcX]] 2.5 111

7 synamicsKofKfoldedKproteinsYKNatureWK1977WKaefWKdgdXh[ 50.4 1471

6 ₂heKhingeXbendingKmodeKinKlysozymeYKNatureWK1976WKaeaWKbadXe 50.4 324

5 †ultiscaleKsimulationsKexaminingKglycanKshieldKeffectsKonKdrugKbindingKtoKinfluenzaKneuraminidase 2

4 ütructureKandKsynamicKqasisKofK†olecularK²ecognitionKqetweenKpcyltransferaseKandKrarrierK roteinK
inKtYKcoliKuattyKpcidKüynthesis 2

3 †olecularKmechanismKofKoffXtargetKeffectsKinKr²xü ²Xrash 4

2 vp†erKaiKpKüystemKforKbsK†eshK rocessingKofKrellularKtlectronK†icrographs 4

1 pnK—penKüourceK†eshKvenerationK latformKforKqiophysicalK†odelingK−singK²ealisticKrellularKveometries 1

(-1983)
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