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l Paper IF Citations

460 šumorKmorphologyKandKphenotypicKevolutionKdrivenKbyKselectiveKpressureKfromKtheK
microenvironmentYKCellWK2006WK]afWKh[dX]d 56.2 573

459 šhreeXdimensionalKtrackingKofKmotileKbacteriaKnearKaKsolidKplanarKsurfaceYKProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaWK1995WKhaWKe]hdXh 11.5 280

458 —upercapacitorKrapacitanceKtxhibitsK’scillatoryKqehaviorKasKaKuunctionKofK‘anoporeK—izeYKJournaleofe
PhysicaleChemistryeLettersWK2011WKaWKagdhXagec 6.4 263

457 tlectricKsoubleK†ayerKatKtheK–utileKS]][TK—urfaceYK]YK—tructureKofK—urfacesKandKxnterfacialKWaterK
fromKŠolecularKsynamicsKbyK seKofKabKxnitioK“otentialsYKJournaleofePhysicaleChemistryeBWK2004WK][gWK]a[chX]a[e[3.4 245

456 WaterKinKcarbonKnanotubesiKadsorptionKisothermsKandKthermodynamicKpropertiesKfromKmolecularK
simulationYKJournaleofeChemicalePhysicsWK2005WK]aaWKabcf]a 3.9 210

455 uromKdimerKtoKcondensedKphasesKatKextremeKconditionsiKaccurateKpredictionsKofKtheKpropertiesKofK
waterKbyKaKvaussianKchargeKpolarizableKmodelYKJournaleofeChemicalePhysicsWK2005WK]aaWKaccd]] 3.9 190

454
xmprovementKofK”ualityKinK“ublicationKofKtxperimentalKšhermophysicalK“ropertyKsataiKrhallengesWK
pssessmentKšoolsWKvlobalKxmplementationWKandK’nlineK—upportYKJournaleofeChemicalelamp;e
EngineeringeDataWK2013WKdgWKaehhXaf]e

2.8 187

453 WaterKpdsorptionKinKrarbonX—litK‘anoporesYKLangmuirWK2003WK]hWKgdgbXgdh] 4 181

452 rharacterizationKofKtitaniumKdioxideKnanoparticlesKusingKmolecularKdynamicsKsimulationsYKJournaleofe
PhysicaleChemistryeBWK2005WK][hWK]dacbXh 3.4 179

451 —imulationKofKsupercriticalKwaterKandKofKsupercriticalKaqueousKsolutionsYKJournaleofeChemicalePhysicsWK
1991WKhcWKde[eXdea] 3.9 169

450 ”uantitativeKcomparisonKandKoptimizationKofKmethodsKforKevaluatingKtheKchemicalKpotentialKbyK
molecularKsimulationYKMolecularePhysicsWK1997WKhaWKhfbXhhe 1.7 162

449 ’scillatoryKqehaviorKofKsoubleXWalledK‘anotubesKunderKtxtensioniKKpK—impleK‘anoscaleKsampedK
—pringYKNanoeLettersWK2003WKbWK][[]X][[d 11.5 160

448 uluidityKofKhydrationKlayersKnanoconfinedKbetweenKmicaKsurfacesYKPhysicaleRevieweLettersWK2005WKhcWK[ae][]7.4 156

447 —oluteXinducedKeffectsKonKtheKstructureKandKthermodynamicsKofKinfinitelyKdiluteKmixturesYKAICHEe
JournalWK1994WKc[WK]ddgX]dfb 3.6 151

446 —imulationsKofKtheK”uartzS][]K]TZWaterKxnterfaceiKpKromparisonKofKrlassicalKuorceKuieldsWKpbKxnitioK
ŠolecularKsynamicsWKandKXXrayK–eflectivityKtxperimentsYKJournaleofePhysicaleChemistryeCWK2011WK]]dWKa[feXa[gg3.8 145

445 ŠolecularKsimulationKofKwaterKalongKtheKliquidâ��vaporKcoexistenceKcurveKfromKadK´°rKtoKtheKcriticalK
pointYKJournaleofeChemicalePhysicsWK1990WKhbWKfbddXfbdh 3.9 145

444 tngineeringKaKsimpleKpolarizableKmodelKforKtheKmolecularKsimulationKofKwaterKapplicableKoverKwideK
rangesKofKstateKconditionsYKJournaleofeChemicalePhysicsWK1996WK][dWKgafcXgag] 3.9 143
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443 “rocessKoptimizationKviaKsimulatedKannealingiKppplicationKtoKnetworkKdesignYKAICHEeJournalWK1989WK
bdWKfadXfbe 3.6 140

442 ‘anoscaleKperturbationsKofKroomKtemperatureKionicKliquidKstructureKatKchargedKandKunchargedK
interfacesYKACSeNanoWK2012WKeWKhg]gXaf 16.7 137

441 —tatisticalKmechanicalKmodelsKofKchemicalKreactionsYKMolecularePhysicsWK1984WKd]WKadbXagf 1.7 136

440 ‘aVâ��rlâ��KionKpairKassociationKinKsupercriticalKwaterYKJournaleofeChemicalePhysicsWK1995WK][bWKhbfhXhbgf 3.9 131

439 ŠolecularKsimulationKofKtheKtransitionKfromKliquidlikeKtoKsolidlikeKbehaviorKinKcomplexKfluidsK
confinedKtoKnanoscaleKgapsYKJournaleofeChemicalePhysicsWK2001WK]]cWKf]ghXf]hd 3.9 127

438 romparisonKofKshearKflowKofKhexadecaneKinKaKconfinedKgeometryKandKinKbulkYKJournaleofeChemicale
PhysicsWK1997WK][eWKfb[bXfb]c 3.9 126

437 romputationalKxnsightsKintoKŠaterialsKandKxnterfacesKforKrapacitiveKtnergyK—torageYKAdvancede
ScienceWK2017WKcWK]f[[[dh 13.6 122

436 ŠolecularKdynamicsKsimulationKofKtitaniumKdioxideKnanoparticleKsinteringYKJournaleofePhysicale
ChemistryeBWK2005WK][hWKacag[Xf 3.4 122

435 ŠolecularKsimulationsKofKliquidXliquidKinterfacialKpropertiesiKwaterXnXalkaneKandK
waterXmethanolXnXalkaneKsystemsYKPhysicaleRevieweEWK2003WKefWK[]]e[b 2.4 122

434 re[KbindsKtoKandKdeformsKnucleotidesYKBiophysicaleJournalWK2005WKghWKbgdeXea 2.9 120

433 ŠicrostructureKofKpmbientKandK—upercriticalKWaterYKsirectKromparisonKbetweenK—imulationKandK
‘eutronK—catteringKtxperimentsYKTheeJournaleofePhysicaleChemistryWK1996WK][[WK]b[hX]b]e 119

432 tlectricKsoubleK†ayerKatKtheK–utileKS]][TK—urfaceYKaYKpdsorptionKofKxonsKfromKŠolecularKsynamicsK
andKXXrayKtxperimentsYKJournaleofePhysicaleChemistryeBWK2004WK][gWK]a[e]X]a[fa 3.4 118

431 qiasXdependentKmolecularXlevelKstructureKofKelectricalKdoubleKlayerKinKionicKliquidKonKgraphiteYKNanoe
LettersWK2013WK]bWKdhdcXe[ 11.5 117

430
synamicsKandK—tructureKofKwydrationKWaterKonK–utileKandKrassiteriteK‘anopowdersK—tudiedKbyK
”uasielasticK‘eutronK—catteringKandKŠolecularKsynamicsK—imulationsYKJournaleofePhysicaleChemistrye
CWK2007WK]]]WKcbagXcbc]

3.8 117

429 ŠolecularKxnsightsKintoKrarbonK—upercapacitorsKqasedKonK–oomXšemperatureKxonicK†iquidsYKJournale
ofePhysicaleChemistryeLettersWK2013WKcWKbbefXbbfe 6.4 112

428
plkylKrhainK†engthKandKšemperatureKtffectsKonK—tructuralK“ropertiesKofK“yrrolidiniumXqasedKxonicK
†iquidsiKpKrombinedKptomisticK—imulationKandK—mallXpngleKXXrayK—catteringK—tudyYKJournaleofe
PhysicaleChemistryeLettersWK2012WKbWK]adX]b[

6.4 112

427 ŠolecularKdynamicsKsimulationsKofKtheKrheologyKofKnormalKdecaneWKhexadecaneWKandKtetracosaneYK
JournaleofeChemicalePhysicsWK1996WK][dWK]a]cX]aa[ 3.9 111

426 romparisonKofKnonequilibriumKmolecularKdynamicsKwithKexperimentalKmeasurementsKinKtheK
nonlinearKshearXthinningKregimeYKPhysicaleRevieweLettersWK2002WKggWK[dgb[a 7.4 110
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425 wydrogenKbondingKinKsupercriticalKwaterYKJournaleofeChemicalePhysicsWK1994WK][]WKcceeXcceh 3.9 109

424 xnteractionKsiteKmodelsKforKmolecularKfluidsYKMolecularePhysicsWK1982WKceWKbgbXcae 1.7 105

423 rurvatureKtffectKonKtheKrapacitanceKofKtlectricKsoubleK†ayersKatKxonicK†iquidZ’nionX†ikeKrarbonK
xnterfacesYKJournaleofeChemicaleTheoryeandeComputationWK2012WKgWK][dgXeb 6.4 104

422 ‘onequilibriumKmolecularKdynamicsKapproachesKtoKtransportKpropertiesKandKnonX‘ewtonianKfluidK
rheologyYKIndustrialelamp;eEngineeringeChemistryeResearchWK1992WKb]WK]abfX]ada 3.9 100

421 šheKoscillatoryKdampedKbehaviourKofKincommensurateKdoubleXwalledKcarbonKnanotubesYK
NanotechnologyWK2005WK]eWK]geXhg 3.4 99

420 wydrationKstructureKofKwaterKconfinedKbetweenKmicaKsurfacesYKJournaleofeChemicalePhysicsWK2006WK
]acWKfcf]] 3.9 97

419 —tructuralK’riginsKofK“otentialKsependentKwysteresisKatKtheKtlectrifiedKvrapheneZxonicK†iquidK
xnterfaceYKJournaleofePhysicaleChemistryeCWK2014WK]]gWKdehXdfc 3.8 96

418 —upercriticalKfluidKbehaviorKatKnanoscaleKinterfacesiKxmplicationsKforKr’aKsequestrationKinKgeologicK
formationsYKPhilosophicaleMagazineWK2010WKh[WKabbhXabeb 1.6 96

417 venerationKofKpercolationKclusterKperimetersKbyKaKrandomKwalkYKJournaleofePhysicseAWK1984WK]fWKb[[hXb[]f 96

416 ŠolecularKsynamicsK—tudyKofKtheK—tructureKandKšhermophysicalK“ropertiesKofKŠodelKsxKrlathrateK
wydratesYKJournaleofePhysicaleChemistryeBWK2002WK][eWKccaXcd] 3.4 94

415 ŠultipleKtimeKstepKnonequilibriumKmolecularKdynamicsKsimulationKofKtheKrheologicalKpropertiesKofK
liquidKnXdecaneYKJournaleofeChemicalePhysicsWK1996WK][cWKaddXaea 3.9 94

414 ŠolecularK—imulationKofKaKsichainK—urfactantZWaterZrarbonKsioxideK—ystemYK]YK—tructuralK
“ropertiesKofKpggregatesYKLangmuirWK2001WK]fWK]ffbX]fgb 4 93

413 —imulatedKwaterKadsorptionKisothermsKinKcarbonKnanoporesYKMolecularePhysicsWK2004WK][aWKacbXad] 1.7 86

412 tnhancingKgrapheneKcapacitanceKbyKnitrogeniKeffectsKofKdopingKconfigurationKandKconcentrationYK
PhysicaleChemistryeChemicalePhysicsWK2016WK]gWKceegXfc 3.6 84

411 xntermolecularKpotentialsKandKvaporâ��liquidKphaseKequilibriaKofKperfluorinatedKalkanesYKFluidePhasee
EquilibriaWK1998WK]ceWKd]Xe] 2.5 84

410 —urfaceKprotonationKatKtheKrutileKS]][TKinterfaceiKexplicitKincorporationKofKsolvationKstructureKwithinK
theKrefinedKŠ —xrKmodelKframeworkYKLangmuirWK2008WKacWK]abb]Xh 4 84

409 —elfXpssemblyKofK–everseKŠicellesKinKWaterZ—urfactantZrarbonKsioxideK—ystemsKbyKŠolecularK
—imulationYKLangmuirWK1999WK]dWKd]ggXd]ha 4 82

408 “haseKtransformationsKduringKsinteringKofKtitaniaKnanoparticlesYKACSeNanoWK2008WKaWK]ea[Xc 16.7 81
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407 seterminationKofKtheKvibbsKureeKtnergyKofKvasK–eplacementKinK—xKrlathrateKwydratesKbyKŠolecularK
—imulationYKJournaleofePhysicaleChemistryeAWK2002WK][eWKfhgaXfhgf 2.8 81

406 pKmolecularKdynamicsKstudyKofKaKshortXchainKpolyethyleneKmeltYYKJournaleofeNonsNewtonianeFluide
MechanicsWK2000WKhbWKgbXhh 2.7 81

405 ŠathematicalKmodelingKofKcanceriKtheKfutureKofKprognosisKandKtreatmentYKClinicaeChimicaeActaWK
2005WKbdfWK]fbXh 6.2 79

404 ŠolecularKsynamicsK—tudyKofKWaterKpdsorptionKonKši’a‘anoparticlesYKJournaleofePhysicaleChemistrye
CWK2007WK]]]WKeha[Xehae 3.8 78

403 –ecentKdevelopmentsKinKnonX‘ewtonianKmolecularKdynamicsYKPhysicseReportsWK1998WKb[dWK]Xha 27.7 75

402 “recisionKandKaccuracyKofKstagedKfreeXenergyKperturbationKmethodsKforKcomputingKtheKchemicalK
potentialKbyKmolecularKsimulationYKFluidePhaseeEquilibriaWK1998WK]d[X]d]WKc]Xch 2.5 75

401 —wp–“K–tv †p–xšáKr’tuuxrxt‘šKt—šxŠpšt—Ku’–Kr’Š“†tXX°p† tsKpr’ —šxrKp‘sKt†p—šxrK
wt†Šw’†šZKt” pšx’‘—YKMathematicaleModelseandeMethodseineAppliedeSciencesWK2006WK]eWK]bhX]e[ 3.5 74

400 rriticalKbehaviorKofKtheKáukawaKfluidKinKtheKmeanKsphericalKapproximationYKJournaleofeChemicale
PhysicsWK1983WKfgWK]h]fX]hab 3.9 72

399 synamicsKofKwydrationKWaterKonK–utileK—tudiedKbyKqackscatteringK‘eutronK—pectroscopyKandK
ŠolecularKsynamicsK—imulationYKJournaleofePhysicaleChemistryeCWK2008WK]]aWK]abbcX]abc] 3.8 71

398 ŠolecularKsimulationKstudyKofKsolvationKstructureKinKsupercriticalKaqueousKsolutionsYKChemicale
EngineeringeScienceWK1994WKchWKafbdXafcg 4.4 70

397 —hearKbehaviorKofKsqualaneKandKtetracosaneKunderKextremeKconfinementYKxYKŠodelWKsimulationK
methodWKandKinterfacialKslipYKJournaleofeChemicalePhysicsWK1997WK][fWK][b]eX][bae 3.9 69

396 tlectricKsoubleK†ayerKatKtheK–utileKS]][TK—urfaceYKbYKxnhomogeneousK°iscosityKandKsiffusivityK
ŠeasurementKbyKromputerK—imulationsYKJournaleofePhysicaleChemistryeCWK2007WK]]]WKb[f]Xb[fh 3.8 66

395 –heologyKofKlubricantKbasestocksiKpKmolecularKdynamicsKstudyKofKrb[KisomersYKJournaleofeChemicale
PhysicsWK2000WK]]bWKggbbXggc[ 3.9 66

394 —imulatedKwaterKadsorptionKinKchemicallyKheterogeneousKcarbonKnanotubesYKJournaleofeChemicale
PhysicsWK2006WK]acWKfcf][ 3.9 65

393 —tatisticalKmechanicalKmodelsKofKchemicalKreactionsYKMolecularePhysicsWK1985WKddWKbbXcg 1.7 65

392 pnKoffXlatticeKhybridKdiscreteXcontinuumKmodelKofKtumorKgrowthKandKinvasionYKBiophysicaleJournalWK
2010WKhgWKbfXcf 2.9 63

391 —olvationKinKsupercriticalKwaterYKFluidePhaseeEquilibriaWK1992WKf]WK]X]e 2.5 63

390 ’nKtheKáukawaKclosureKofKtheK’rnsteinXZernikeKequationYKMolecularePhysicsWK1979WKbgWKhhfX][[] 1.7 63

(1979-2002)
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389 —impleKtransferableKintermolecularKpotentialKforKtheKmolecularKsimulationKofKwaterKoverKwideK
rangesKofKstateKconditionsYKFluidePhaseeEquilibriaWK1998WK]d[X]d]WKfbXg] 2.5 62

388 tlectricKdoubleKlayerKatKmetalKoxideKsurfacesiKstaticKpropertiesKofKtheKcassiteriteXwaterKinterfaceYK
LangmuirWK2007WKabWKchadXbf 4 61

387 ŠolecularKdynamicsKstudyKofKtheKnanoXrheologyKofKnXdodecaneKconfinedKbetweenKplanarKsurfacesYK
JournaleofeChemicalePhysicsWK2003WK]]gWKghc]Xghcc 3.9 61

386 ŠolecularKxnsightsKintoKrarbonK‘anotubeK—upercapacitorsiKrapacitanceKxndependentKofK°oltageK
andKšemperatureYKJournaleofePhysicaleChemistryeCWK2013WK]]fWKh]fgXh]ge 3.8 60

385 –andomKwalkKcalculationsKforKbacterialKmigrationKinKporousKmediaYKBiophysicaleJournalWK1995WKegWKg[[Xe 2.9 60

384 txactKasymptoticKformKofKtheKsiteXsiteKdirectKcorrelationKfunctionKforKrigidKpolarKmoleculesYK
MolecularePhysicsWK1981WKccWKdahXdb] 1.7 60

383 “ercusXáevickKtheoryKofKcorrelationKfunctionsKandKnucleationKeffectsKinKtheKstickyKhardXsphereK
modelYKMolecularePhysicsWK1976WKb]WKdbdXdcg 1.7 60

382 ŠeanKsphericalKapproximationKforKaKmodelKliquidKmetalKpotentialYKMolecularePhysicsWK1981WKcbWK]aefX]ah]1.7 59

381 tvaluationKofKforceKfieldsKforKmolecularKsimulationKofKpolyhedralKoligomericKsilsesquioxanesYK
JournaleofePhysicaleChemistryeBWK2006WK]][WKad[aX][ 3.4 58

380 °aporX†iquidK“haseKroexistenceKofKplkaneâ��rarbonKsioxideKandK“erfluoroalkaneâ��rarbonKsioxideK
ŠixturesYKJournaleofePhysicaleChemistryeBWK1999WK][bWKccgdXcch] 3.4 58

379 xnterfacialKionicKRliquidsRiKconnectingKstaticKandKdynamicKstructuresYKJournaleofePhysicseCondensede
MatterWK2015WKafWK[ba][] 1.8 57

378 rellularKsynamicsKsimulationsKofKbacterialKchemotaxisYKChemicaleEngineeringeScienceWK1993WKcgWKegfXehh 4.4 57

377 pKmodelKforKassociationKinKelectrolytesYKpnalyticKsolutionKofKtheKhypernettedXchainZmeanKsphericalK
approximationYKJournaleofeChemicalePhysicsWK1985WKgbWKb]fXbad 3.9 57

376 —uppressionKofKtheKdynamicKtransitionKinKsurfaceKwaterKatKlowKhydrationKlevelsiKaKstudyKofKwaterKonK
rutileYKPhysicaleRevieweEWK2009WKfhWK[d]d[c 2.4 56

375 synamicKandKstructuralKpropertiesKofKroomXtemperatureKionicKliquidsKnearKsilicaKandKcarbonK
surfacesYKLangmuirWK2013WKahWKhfccXh 4 55

374 sistinctiveK‘anoscaleK’rganizationKofKsicationicKversusKŠonocationicKxonicK†iquidsYKJournaleofe
PhysicaleChemistryeCWK2013WK]]fWK]gad]X]gadf 3.8 55

373 xnvestigatingKtheKquartzKS][][TZwaterKinterfaceKusingKclassicalKandKabKinitioKmolecularKdynamicsYK
LangmuirWK2011WKafWKgf[[Xh 4 55

372 šhermodynamicKandKtransportKpropertiesKofKpolyhedralKoligomericKsislesquioxanesKinK
polySdimethylsiloxaneTYKJournaleofePhysicaleChemistryeBWK2005WK][hWK]cb[[Xf 3.4 55
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371 †iquidâ��gasKtransitionKforKhardKspheresKwithKattractiveKáukawaKtailKinteractionsYKChemicalePhysicsWK
1979WKcaWKac]Xacf 2.3 55

370 ‘onequilibriumKmolecularKdynamicsKcalculationKofKselfXdiffusionKinKaKnonX‘ewtonianKfluidKsubjectKtoK
aKrouetteKstrainKfieldYKJournaleofeChemicalePhysicsWK1991WKhcWKa]chXa]dg 3.9 54

369 ŠolecularKdynamicsKsimulationsKofKstretchedKgoldKnanowiresiKtheKrelativeKutilityKofKdifferentK
semiempiricalKpotentialsYKJournaleofeChemicalePhysicsWK2007WK]aeWK]ccf[f 3.9 53

368 tjectionKofKatomsKuponKselfXtrappingKofKanKatomicKexcitonKinKsolidKargonYKPhysicaleRevieweBWK1989WK
bhWKhdg[Xhdgb 3.3 53

367 txperimentalKmeasurementKofKvaporXliquidKequilibriumKinKalcoholZwaterZsaltKsystemsYKJournaleofe
Chemicalelamp;eEngineeringeDataWK1990WKbdWKbhdXc[c 2.8 53

366 —chedulingKofKserialKmultiproductKbatchKprocessesKviaKsimulatedKannealingYKComputerseandeChemicale
EngineeringWK1990WK]cWK]bd]X]bea 4 53

365 txaminingKtheKrheologyKofKhXoctylheptadecaneKtoKgigaXpascalKpressuresYKJournaleofeChemicalePhysics
WK2001WK]]cWK]ggfX]gh] 3.9 52

364 plgorithmicKefficiencyKofKsimulatedKannealingKforKheatKexchangerKnetworkKdesignYKComputerseande
ChemicaleEngineeringWK1990WK]cWK][bhX][d[ 4 52

363 ŠolecularXqasedKŠodelingKofKWaterKandKpqueousK—olutionsKatK—upercriticalKronditionsYKAdvanceseine
ChemicalePhysicsWK2007WK]]dXa[d 51

362 °aporâ��liquidKequilibriumKsimulationsKofKtheK—r“s“KmodelKofKwaterYKChemicalePhysicseLettersWK2002WK
bdfWK]ghX]hc 2.5 50

361 ŠolecularKdynamicsKsimulationKofKtheKlimitingKconductanceKofK‘arlKinKsupercriticalKwaterYKChemicale
PhysicseLettersWK1998WKahbWKaghXahc 2.5 48

360
sensificationKofKxonicK†iquidKŠoleculesKwithinKaKwierarchicalK‘anoporousKrarbonK—tructureK
–evealedKbyK—mallXpngleK—catteringKandKŠolecularKsynamicsK—imulationYKChemistryeofeMaterialsWK
2014WKaeWK]]ccX]]db

9.6 47

359 “erturbationKtxpansionKofKpltRsKrellKqalanceKtquationsK–educesKtoK—egelRsK’neXsimensionalK
tquationsKforK—hallowKrhemoattractantKvradientsYKSIAMeJournaleoneAppliedeMathematicsWK1998WKdhWKbdXdf1.8 47

358 xnK—ituKtlectrochemicalKsilatometryKofK’nionX†ikeKrarbonKandKrarbonKqlackYKJournaleofethee
ElectrochemicaleSocietyWK2012WK]dhWKp]ghfXp]h[b 3.9 46

357 ŠolecularK—imulationK—tudyKofKšetraalkylammoniumKwalidesYK]YK—olvationK—tructureKandKwydrogenK
qondingKinKpqueousK—olutionsYKJournaleofePhysicaleChemistryeBWK1997WK][]WKbg]gXbgae 3.4 46

356 pnomaliesKinKtheK—olubilityKofKplkanesKinK‘earXrriticalKWaterYKJournaleofePhysicaleChemistryeBWK2003WK
][fWK]ab[fX]ab]c 3.4 46

355 ŠolecularKdynamicsKsimulationKofKlimitingKconductancesKforK†irlWK‘aqrWKandKrsqrKinKsupercriticalK
waterYKJournaleofeChemicalePhysicsWK2000WK]]aWKgecXgeh 3.9 46

354 šemperatureKandKdensityKeffectsKonKtheKhighKtemperatureKionicKspeciationKinKdiluteK‘aVZrlâ��K
aqueousKsolutionsYKJournaleofeChemicalePhysicsWK1996WK][dWKhacgXhadf 3.9 46

(1996-1979)
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353 —olutionKofKtheK’rnsteinâ��ZernikeKequationKinKtheKvicinityKofKtheKcriticalKpointKofKaKsimpleKfluidYK
JournaleofeChemicalePhysicsWK1985WKgaWKcb[bXcb]] 3.9 46

352 —teadyKstateKsimulationKofKplanarKelongationKflowKbyKnonequilibriumKmolecularKdynamicsYKJournaleofe
ChemicalePhysicsWK1999WK]][WKcaXcd 3.9 45

351 ralculationKofK°iscousKtw†KšractionKforK—qualaneK singKŠolecularK—imulationKandK–heometryYK
TribologyeLettersWK2002WK]bWKad]Xadc 2.8 44

350 †ayeringKqehaviorKandKpxialK“haseKtquilibriaKofK“ureKWaterKandKWaterKVKrarbonKsioxideKxnsideK
—ingleKWallKrarbonK‘anotubesYKNanoeLettersWK2002WKaWK]cafX]cb] 11.5 44

349 sielectricKconstantKofKdipolarKhardKsphereKmixturesYKJournaleofeChemicalePhysicsWK1986WKgdWKeedgXeeef 3.9 44

348 —calableK—creeningKofK—oftKŠatteriKpKraseK—tudyKofKŠixturesKofKxonicK†iquidsKandK’rganicK—olventsYK
JournaleofePhysicaleChemistryeBWK2019WK]abWK]bc[X]bcf 3.4 44

347 —interingKofKtitaniumKdioxideKnanoparticlesiKaKcomparisonKbetweenKmolecularKdynamicsKandK
phenomenologicalKmodelingYKJournaleofeNanoparticleeResearchWK2008WK][WK]]ehX]]ga 2.3 43

346 rommentKonKâ��—tructureKandKdynamicsKofKliquidKwaterKonKrutileKši’aS]][Tâ��YKPhysicaleRevieweBWK2012WK
gdWK 3.3 42

345 tffectKofKtheK–angeKofKxnteractionsKonKtheK“ropertiesKofKuluidsYK“haseKtquilibriaKinK“ureKrarbonK
sioxideWKpcetoneWKŠethanolWKandKWaterYKJournaleofePhysicaleChemistryeBWK2002WK][eWKfdbfXfdce 3.4 42

344 rommentKonKâ��‘earKcriticalKphaseKbehaviourKofKdiluteKmixturesâ��YKMolecularePhysicsWK1995WKgcWKc]Xcg 1.7 42

343 uundamentalKaspectsKofKelectricKdoubleKlayerKforceXdistanceKmeasurementsKatKliquidXsolidK
interfacesKusingKatomicKforceKmicroscopyYKScientificeReportsWK2016WKeWKbabgh 4.9 40

342 —hearKbehaviorKofKsqualaneKandKtetracosaneKunderKextremeKconfinementYKxxxYKtffectKofKconfinementK
onKviscosityYKJournaleofeChemicalePhysicsWK1997WK][fWK][bbdX][bcb 3.9 40

341 “olarizableKcontributionsKtoKtheKsurfaceKtensionKofKliquidKwaterYKJournaleofeChemicalePhysicsWK2006WK
]adWK[hcf]a 3.9 40

340 romputationalKchemistryKforKmolecularKelectronicsYKComputationaleMaterialseScienceWK2003WKagWKba]Xbc] 3.2 40

339 —olvationKinKhighXtemperatureKelectrolyteKsolutionsYKxxYK—omeKformalKresultsYKJournaleofeChemicale
PhysicsWK1999WK]][WK][fdX][ge 3.9 40

338 —olvationKinKhighXtemperatureKelectrolyteKsolutionsYKxYKwydrationKshellKbehaviorKfromKmolecularK
simulationYKJournaleofeChemicalePhysicsWK1999WK]][WK][ecX][fc 3.9 40

337 šheKtlectricalKsoubleK†ayerKofKsicationicKxonicK†iquidsKatK’nionXlikeKrarbonK—urfaceYKJournaleofe
PhysicaleChemistryeCWK2014WK]]gWKbh[]Xbh[h 3.8 39

336 —hearKbehaviorKofKsqualaneKandKtetracosaneKunderKextremeKconfinementYKxxYKronfinedKfilmK
structureYKJournaleofeChemicalePhysicsWK1997WK][fWK][bafX][bbc 3.9 39

PetertTtCummings
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335 —elfXassemblyKofK]WcXbenzenedithiolateZtetrahydrofuranKonKaKgoldKsurfaceiKaKŠonteKrarloK
simulationKstudyYKLangmuirWK2006WKaaWKc]]eXac 4 39

334 šheKstructureKofKwaterKfromKad´°rKtoKcdf´°riKcomparisonKbetweenKneutronKscatteringKandKmolecularK
simulationYKChemicalePhysicsWK2000WKadgWK][hX]a[ 2.3 39

333
romputerKsimulationKofKdipolarKfluidsYKsependenceKofKtheKdielectricKconstantKonKsystemKsizeiKpK
comparativeKstudyKofKtwaldKsumKandKreactionKfieldKapproachesYKJournaleofeChemicalePhysicsWK1986WK
gdWK]d[aX]d[c

3.9 39

332 tffectiveKxnteractionsKbetweenK“olyhedralK’ligomericK—islesquioxanesKsissolvedKinK‘ormalK
wexadecaneKfromKŠolecularK—imulationYKMacromoleculesWK2005WKbgWKghd[Xghdh 5.5 38

331 vibbsKensembleKsimulationKofKphaseKequilibriumKinKtheKhardKcoreKtwoXáukawaKfluidKmodelKforKtheK
†ennardXyonesKfluidYKMolecularePhysicsWK1989WKegWKeahXebd 1.7 38

330 ronfigurationalKbiasKvibbsKensembleKŠonteKrarloKsimulationKofKvaporXliquidKequilibriaKofKlinearKandK
shortXbranchedKalkanesYKFluidePhaseeEquilibriaWK1997WK]c]WKcdXe] 2.5 37

329 roarseXgrainedKforceKfieldKforKsimulatingKpolymerXtetheredKsilsesquioxaneKselfXassemblyKinK
solutionYKJournaleofeChemicalePhysicsWK2007WK]afWK]]c][a 3.9 37

328 —imulatedKWaterKpdsorptionKxsothermsKinKwydrophilicKandKwydrophobicKrylindricalK‘anoporesYK
AdsorptionWK2005WK]]WKbhfXc[] 2.6 37

327 —hearKviscosityKofKaKsimpleKfluidKoverKaKwideKrangeKofKstrainKratesYKMolecularePhysicsWK2002WK][[WKafbdXafbg1.7 37

326 ŠolecularKsynamicsK—imulationKofK–everseKŠicellesKinK—upercriticalKrarbonKsioxideYKIndustrialelamp;e
EngineeringeChemistryeResearchWK2000WKbhWKcdcbXcddc 3.9 37

325 romputerK—imulationKofKtheKsielectricK“ropertiesKofK†iquidKWaterYKMoleculareSimulationWK1989WKaWKghX][c 2 37

324 rlassicalKdynamicsKdescriptionKofKlowKenergyKcascadesKinKsolidsiKptomicKejectionKfromKsolidKargonYK
SurfaceeScienceWK1988WKa[fWK]geXa[e 1.8 37

323 puxiliaryKsitesKinKtheK–x—ŠKapproximationKforKmolecularKfluidsYKJournaleofePhysicseAWK1981WK]cWK]cgbX]d]a 37

322 šheKdielectricKconstantKofKpolarKhardKdumbXbellsYKMolecularePhysicsWK1982WKcdWK][hhX]]]a 1.7 37

321 pquaKionsXgrapheneKinterfacialKandKconfinementKbehavioriKinsightsKfromKisobaricXisothermalK
molecularKdynamicsYKJournaleofePhysicaleChemistryeAWK2011WK]]dWKdh]gXaf 2.8 36

320 ‘onequilibriumKŠolecularKsynamicsK—imulationKofKtheK–heologyKofK†inearKandKqranchedKplkanesYK
InternationaleJournaleofeThermophysicsWK1998WK]hWKcchXcdh 2.1 36

319 ŠolecularK—imulationKofKaKsichainK—urfactantZWaterZrarbonKsioxideK—ystemYKaYK—elfXpssemblyKandK
pggregationKsynamicsYKLangmuirWK2001WK]fWK]fgcX]fha 4 36

318 —tatisticalKmechanicalKmodelsKofKchemicalKreactionsYKMolecularePhysicsWK1987WKe[WK]b]dX]bca 1.7 36

(1987-2006)
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317 —olventK“olarityKvovernsKxonKxnteractionsKandKšransportKinKaK—olvatedK–oomXšemperatureKxonicK
†iquidYKJournaleofePhysicaleChemistryeLettersWK2017WKgWK]efX]f] 6.4 35

316 ŠodelingKtheKinteractionKbetweenKintegrinXbindingKpeptideKS–vsTKandKrutileKsurfaceiKtheKeffectKofK
cationKmediationKonKpspKadsorptionYKLangmuirWK2012WKagWKafhhXg]] 4 35

315 ŠolecularKsynamicsK—imulationK—tudyKofKtheKrapacitiveK“erformanceKofKaKqinaryKŠixtureKofKxonicK
†iquidsKnearKanK’nionXlikeKrarbonKtlectrodeYKJournaleofePhysicaleChemistryeLettersWK2012WKbWKacedXh 6.4 35

314 “haseKšransitionsKofKWaterKinKvraphiteKandKŠicaK“oresYKJournaleofePhysicaleChemistryeCWK2011WK]]dWK]accgX]acdf3.8 35

313 —hearKdynamicsKofKhydrationKlayersYKJournaleofeChemicalePhysicsWK2006WK]adWK][cf[] 3.9 35

312 wb’VZrlâ��KionXpairKformationKinKhighXtemperatureKaqueousKsolutionsYKJournaleofeChemicalePhysicsWK
2000WK]]bWKg[hbXg][[ 3.9 35

311 xnterplayKbetweenKŠolecularK—imulationKandK‘eutronK—catteringKinKsevelopingK‘ewKxnsightsKintoK
theK—tructureKofKWaterâ� YKIndustrialelamp;eEngineeringeChemistryeResearchWK1998WKbfWKb[a]Xb[ad 3.9 35

310 pnalyticKsolutionKofKtheKmolecularK’rnsteinâ��ZernikeKequationKforKnonsphericalKmoleculesYK—pheresK
withKanisotropicKsurfaceKadhesionYKJournaleofeChemicalePhysicsWK1986WKgcWK]gbbX]gca 3.9 35

309 ŠolecularKdynamicsKstudyKofKalkylsilaneKmonolayersKonKrealisticKamorphousKsilicaKsurfacesYK
LangmuirWK2015WKb]WKb[geXhb 4 34

308 ’rganicXinorganicKtelechelicKmoleculesiKsolutionKpropertiesKfromKsimulationsYKJournaleofeChemicale
PhysicsWK2006WK]adWK][ch[c 3.9 34

307 wydrogenKbondingKandKinducedKdipoleKmomentsKinKwateriKpredictionsKfromKtheKvaussianKchargeK
polarizableKmodelKandKrarX“arrinelloKmolecularKdynamicsYKJournaleofeChemicalePhysicsWK2006WK]adWK]ccd]h3.9 34

306 “redictingKtheK‘ewtonianKviscosityKofKcomplexKfluidsKfromKhighKstrainKrateKmolecularKsimulationsYK
JournaleofeChemicalePhysicsWK2002WK]]eWKbbbhXbbca 3.9 34

305 ŠolecularKsimulationKofKtheKtemperatureXKandKdensityXdependenceKofKionicKhydrationKinKaqueousK
—rrlaKsolutionsKusingKrigidKandKflexibleKwaterKmodelsYKJournaleofeChemicalePhysicsWK1999WK]]]WKd]c]Xd]ch 3.9 34

304 ‘onXequilibriumKmolecularKdynamicsKsimulationKofKdenseKfluidKmethaneYKChemicalePhysicseLettersWK
1986WK]ahWKhaXhg 2.5 34

303 pKsušKstudyKofKwaterKadsorptionKonKrutileKši’aKS]][TKsurfaceiKšheKeffectsKofKsurfaceKstepsYKJournale
ofeChemicalePhysicsWK2016WK]cdWK[ccf[a 3.9 34

302 xnfluenceKofK—urfaceK’xidationKonKxonKsynamicsKandKrapacitanceKinK“orousKandK‘onporousKrarbonK
tlectrodesYKJournaleofePhysicaleChemistryeCWK2016WK]a[WKgfb[Xgfc] 3.8 34

301 pdsorptionKofKarginineXglycineXaspartateKtripeptideKontoKnegativelyKchargedKrutileKS]][TKmediatedK
byKcationsiKtheKeffectKofKsurfaceKhydroxylationYKACSeAppliedeMaterialselamp;eInterfacesWK2013WKdWKadefXfh 9.5 33

300 –esummedKthermodynamicKperturbationKtheoryKforKcentralKforceKassociatingKpotentialiK’neXpatchK
modelYKJournaleofeChemicalePhysicsWK2010WK]bbWK[ccd[a 3.9 33
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299 –esidenceKtimeKcalculationKforKchemotacticKbacteriaKwithinKporousKmediaYKBiophysicaleJournalWK1997WK
fbWKahb[Xe 2.9 33

298 ŠathematicalKmodelsKforKmotileKbacterialKtransportKinKcylindricalKtubesYKJournaleofeTheoreticale
BiologyWK1998WK]hdWKcg]Xd[c 2.3 33

297 —olvationKeffectKonKkineticKrateKconstantKofKreactionsKinKsupercriticalKsolventsYKAICHEeJournalWK1998WK
ccWKeefXeg[ 3.6 33

296 rharacterizingKtheKviscosityâ��temperatureKdependenceKofKlubricantsKbyKmolecularKsimulationYKFluide
PhaseeEquilibriaWK2001WK]gbX]gcWKbebXbf[ 2.5 33

295 rommentKoniKŠolecularKsimulationKofKwaterKalongKtheKliquidâ��vaporKcoexistenceKcurveKfromKadK´°rKtoK
theKcriticalKpointYKJournaleofeChemicalePhysicsWK1992WKheWKgecXged 3.9 33

294 ’nKtheK–elationshipKqetweenKrellKqalanceKtquationsKforKrhemotacticKrellK“opulationsYKSIAMe
JournaleoneAppliedeMathematicsWK1992WKdaWK]caeX]cc] 1.8 33

293 tffectKofKcationKonKdiffusionKcoefficientKofKionicKliquidsKatKonionXlikeKcarbonKelectrodesYKJournaleofe
PhysicseCondensedeMatterWK2014WKaeWKagc][c 1.8 32

292
šheKimportanceKofKpolarizabilityKinKtheKmodelingKofKsolubilityiKquantifyingKtheKeffectKofKsoluteK
polarizabilityKonKtheKsolubilityKofKsmallKnonpolarKsolutesKinKpopularKmodelsKofKwaterYKJournaleofe
ChemicalePhysicsWK2008WK]ahWK[acd[g

3.9 32

291 ŠolecularKsimulationsKofKstretchingKgoldKnanowiresKinKsolventsYKNanotechnologyWK2007WK]gWKcac[[f 3.4 32

290 ŠolecularKdynamicsKstudyKofKcarbonKnanotubeKoscillatorsKrevisitedYKJournaleofeChemicalePhysicsWK
2006WK]acWK]bcf[d 3.9 32

289 šheKcalculationKofKviscosityKofKliquidKnXdecaneKandKnXhexadecaneKbyKtheKvreenXzuboKmethodYK
MolecularePhysicsWK1998WKhbWK]]fX]aa 1.7 32

288 ŠolecularKdynamicsKsimulationKofKtheKrheologicalKandKdynamicalKpropertiesKofKaKmodelKalkaneKfluidK
underKconfinementYKJournaleofeChemicalePhysicsWK1999WK]]]WK]afbX]ag[ 3.9 32

287 wumanKmammaryKepithelialKcellsKexhibitKaKbimodalKcorrelatedKrandomKwalkKpatternYKPLoSeONEWK
2010WKdWKehebe 3.7 32

286 šopologicalKdefectsKinKelectricKdoubleKlayersKofKionicKliquidsKatKcarbonKinterfacesYKNanoeEnergyWK2015
WK]dWKfbfXfcd 17.1 31

285 —trainXqasedKxnK—ituK—tudyKofKpnionKandKrationKxnsertionKintoK“orousKrarbonKtlectrodesKwithK
sifferentK“oreK—izesYKAdvancedeEnergyeMaterialsWK2014WKcWK]b[[egb 21.8 31

284 sirectKevidenceKforKfluidâ��solidKtransitionKofKnanoconfinedKfluidsYKSofteMatterWK2010WKeWK]ec[ 3.6 31

283 ŠolecularKsimulationKstudyKofKspeciationKinKsupercriticalKaqueousK‘arlKsolutionsYKJournaleofe
MoleculareLiquidsWK1997WKfbXfcWKbe]Xbfa 6 31

282 —olutionKofKtheKpolymerK“ercusâ��áevickKapproximationKforKtheKmulticomponentKtotallyKflexibleK
stickyKtwoXpointKmodelKofKpolymerizingKfluidYKJournaleofeChemicalePhysicsWK1995WK][bWKbaedXbaef 3.9 31

(1995-1997)
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281 ptomisticKsimulationsKofKhighlyKconductiveKmolecularKtransportKjunctionsKunderKrealisticKconditionsYK
NanoscaleWK2013WKdWKbedcXh 7.7 30

280 †ubricantKcharacterizationKbyKmolecularKsimulationYKAICHEeJournalWK1997WKcbWKbae[Xbaeb 3.6 30

279 ‘onequilibriumKmolecularKdynamicsKstudyKofKshearKandKshearXfreeKflowsKinKsimpleKfluidsYKJournaleofe
ChemicalePhysicsWK1995WK][bWK][a]fX][aad 3.9 30

278 pKgeneralKsolutionKofKtheKmolecularK’rnsteinâ��ZernikeKequationKforKspheresKwithKanisotropicK
adhesionKandKelectricKmultipolesYKJournaleofeChemicalePhysicsWK1990WKhaWKbfc]Xbfcf 3.9 30

277 xonicKliquidKstructureWKdynamicsWKandKelectrosorptionKinKcarbonKelectrodesKwithKbimodalKporesKandK
heterogeneousKsurfacesYKCarbonWK2018WK]ahWK][cX]]g 10.4 30

276 –esummedKthermodynamicKperturbationKtheoryKforKcentralKforceKassociatingKpotentialYKŠultiXpatchK
modelsYKJournaleofeChemicalePhysicsWK2011WK]bdWK[]cd[] 3.9 29

275 —imulationKofKfrictionKinKnanoconfinedKfluidsKforKanKarbitrarilyKlowKshearKrateYKPhysicaleRevieweBWK
2005WKfaWK 3.3 29

274 romputationalKinsightKintoKtheKcapacitiveKperformanceKofKgrapheneKedgeKplanesYKCarbonWK2017WK
]]eWKafgXagd 10.4 28

273 —tructuralK’riginsKofKronductanceKuluctuationsKinKvoldXšhiolateKŠolecularKšransportKyunctionsYK
JournaleofePhysicaleChemistryeLettersWK2013WKcWKggfXh] 6.4 28

272 pKmolecularKdynamicsKstudyKofKtheKvibbsKfreeKenergyKofKsolvationKofKfullereneKparticlesKinKoctanolK
andKwaterYKCarbonWK2009WKcfWKagedXagfc 10.4 28

271 ŠulticomponentKmixtureKofKchargedKhardXsphereKchainKmoleculesKinKtheKpolymerKmeanXsphericalK
approximationYKJournaleofeChemicalePhysicsWK2001WK]]dWKdc[Xdd] 3.9 28

270 šowardKunderstandingKtheKstructuralKheterogeneityKandKionKpairKstabilityKinKdicationicKionicKliquidsYK
SofteMatterWK2014WK][WKh]hbXa[[ 3.6 27

269 tffectKofKbranchesKonKtheKstructureKofKnarrowlyKconfinedKalkaneKfluidsiKnXhexadecaneKandK
aWeW]]W]dXtetramethylhexadecaneYKJournaleofeChemicalePhysicsWK2001WK]]cWKececXecf] 3.9 27

268 ulowshopKsequencingKwithKnonXpermutationKschedulesYKComputerseandeChemicaleEngineeringWK1991WK
]dWKe[]Xe[f 4 27

267 šheKcontributionKofKinternalKdegreesKofKfreedomKtoKtheKnonX‘ewtonianKrheologyKofKmodelKpolymerK
fluidsYKRheologicaeActaWK1991WKb[WKbbXcb 2.3 27

266 —tructureKandKsynamicsKofKaKqenzenedithiolKŠonolayerKonKaKpuS]]]TK—urfaceYKJournaleofePhysicale
ChemistryeBWK2003WK][fWK]]hc[X]]hd[ 3.4 26

265 —olvationKthermodynamicsKofKgasKsolubilityKatKsubXKandKnearXcriticalKconditionsYKAICHEeJournalWK1996WK
caWKdf]Xdgc 3.6 26

264
’nKtheKrelationKbetweenKtheKWertheimâ��sKtwoXdensityKintegralKequationKtheoryKforKassociatingKfluidsK
andKrhandlerâ��—ilbeyâ��†adanyiKintegralKequationKtheoryKforKsiteâ��siteKmolecularKfluidsYKJournaleofe
ChemicalePhysicsWK1996WK][cWKbbadXbbag

3.9 26
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263 ‘onequilibriumKmolecularKdynamicsKcalculationKofKtheKshearKviscosityKofKliquidKwaterYKJournaleofe
ChemicalePhysicsWK1988WKghWKebh]Xebhg 3.9 26

262 †amininXbbaKcleavageKbyKmatriptaseKaltersKmotilityKparametersKofKprostateKcancerKcellsYKProstateWK
2011WKf]WK]gcXhe 4.2 25

261 romparisonKofKcationKadsorptionKbyKisostructuralKrutileKandKcassiteriteYKLangmuirWK2011WKafWKcdgdXhb 4 25

260 xnteractionKbetweenKbenzenedithiolateKandKgoldiKclassicalKforceKfieldKforKchemicalKbondingYKJournale
ofeChemicalePhysicsWK2005WK]aaWKaccfa] 3.9 25

259
wb’VZrlXKpssociationKinKwighXšemperatureKpqueousK—olutionsKoverKaKWideK–angeKofK—tateK
ronditionsYKpKsirectKromparisonKbetweenK—imulationKandKtlectricalKronductanceKtxperimentYK
JournaleofePhysicaleChemistryeBWK2002WK][eWKa[c]Xa[ce

3.4 25

258 qrownianKdynamicsKsimulationKofKbeadâ��springKchainKmodelsKforKdiluteKpolymerKsolutionsKinK
elongationalKflowYKJournaleofeRheologyWK1995WKbhWKagdXahh 4.1 25

257 ‘onXxterativeKronstraintKsynamicsK singK°elocityXtxplicitK°erletKŠethodsYKMoleculareSimulationWK
1996WK]gWKa]bXaac 2 25

256 —hearKviscosityKofKmodelKmixturesKbyKnonequilibriumKmolecularKdynamicsYKxYKprgonâ��kryptonK
mixturesYKJournaleofeChemicalePhysicsWK1993WKhhWKbh]hXbhad 3.9 25

255 pKwierarchicalWKromponentKqasedKppproachKtoK—creeningK“ropertiesKofK—oftKŠatterYKMoleculare
ModelingeandeSimulationWK2016WKfhXha 24

254 xnterfacesKofKdicationicKionicKliquidsKandKgrapheneiKaKmolecularKdynamicsKsimulationKstudyYKJournale
ofePhysicseCondensedeMatterWK2014WKaeWKagc][e 1.8 24

253 šhermodynamicKpropertiesKandKliquidXgasKphaseKdiagramKofKtheKdipolarKhardXsphereKfluidYK
EurophysicseLettersWK2007WKg[WKde[[a 1.6 24

252 ’nKtheKdevelopmentKofKaKgeneralKforceKfieldKforKtheKmolecularKsimulationKofKperfluoroethersYK
MolecularePhysicsWK2003WK][]WKa]dfXa]eh 1.7 24

251 tffectKofKtlectricKuieldKonKWaterKronfinedKinKvraphiteKandKŠicaK“oresYKJournaleofePhysicaleChemistrye
CWK2012WK]]eWK]fdhcX]fe[b 3.8 23

250 “haseKtransitionsKinKnanoconfinedKfluidsiKšheKevidenceKfromKsimulationKandKtheoryYKAICHEeJournalWK
2010WKdeWK‘pX‘p 3.6 23

249 tlectrofreezingKofKwaterKinKmolecularKdynamicsKsimulationKacceleratedKbyKoscillatoryKshearYKPhysicale
RevieweEWK1997WKdeWK–eafhX–eaga 2.4 23

248 tffectKofKpolymerKchainXlengthKpolydispersityKonKtheKphaseKbehaviorKofKmodelKathermalKmixturesKofK
colloidsKandKflexibleKselfXexcludingKpolymersYKChemicalePhysicseLettersWK2004WKbhgWKcghXchc 2.5 23

247 roexistenceKsensitiesKofKŠethaneKandK“ropaneKbyKranonicalKŠolecularKsynamicsKandKvibbsK
tnsembleKŠonteKrarloK—imulationsYKMoleculareSimulationWK2003WKahWKcebXcf[ 2 23

246 pKmolecularKdynamicsKstudyKofKaKshortXchainKpolyethyleneKmeltYYKJournaleofeNonsNewtonianeFluide
MechanicsWK2000WKhbWK][]X]]e 2.7 23

(2000-1988)
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245 txaminationKofKrhainK†engthKtffectsKonKtheK—olubilityKofKplkanesKinK‘earXrriticalKandK—upercriticalK
pqueousK—olutionsYKJournaleofePhysicaleChemistryeBWK2001WK][dWKgc]Xgcf 3.4 23

244 ‘onXequilibriumKmolecularKdynamicsKalgorithmKforKtheKcalculationKofKthermalKdiffusionKinKsimpleK
fluidKmixturesYKMolecularePhysicsWK1991WKfaWKghbXghg 1.7 23

243 —tatisticalKmechanicalKmodelsKofKchemicalKreactionsYKMolecularePhysicsWK1987WKeaWKedXh[ 1.7 23

242 ŠultiscaleK—imulationKofKtheK—ynthesisWKpssemblyKandK“ropertiesKofK‘anostructuredK
’rganicZxnorganicKwybridKŠaterialsYKJournaleofeComputationaleandeTheoreticaleNanoscienceWK2004WK]WKaedXafh0.3 23

241 †argeXscaleKatomisticKsimulationsKofKenvironmentalKeffectsKonKtheKformationKandKpropertiesKofK
molecularKjunctionsYKACSeNanoWK2012WKeWKaffhXgh 16.7 22

240 qimodalKanalysisKofKmammaryKepithelialKcellKmigrationKinKtwoKdimensionsYKAnnalseofeBiomedicale
EngineeringWK2009WKbfWKab[Xcd 4.7 22

239 ronductivityKofKmoltenKsodiumKchlorideKinKanKarbitrarilyKweakKdcKelectricKfieldYKJournaleofeChemicale
PhysicsWK2005WK]abWK]]cd[d 3.9 22

238 ralculationKofKtheKvapourXliquidKcoexistenceKcurveKforKaKfluctuatingKpointKchargeKwaterKmodelYK
MolecularePhysicsWK1999WKhfWKhhbXhhe 1.7 22

237
šheKinfluenceKofKaKhierarchicalKporousKcarbonKnetworkKonKtheKcoherentKdynamicsKofKaKnanoconfinedK
roomKtemperatureKionicKliquidiKpKneutronKspinKechoKandKatomisticKsimulationKinvestigationYKCarbonWK
2014WKfgWKc]dXcaf

10.4 21

236 ŠicrostructureKofKroomKtemperatureKionicKliquidsKatKsteppedKgraphiteKelectrodesYKAICHEeJournalWK
2015WKe]WKb[aaXb[ag 3.6 21

235 rellKbalanceKequationKforKchemotacticKbacteriaKwithKaKbiphasicKtumblingKfrequencyYKJournaleofe
MathematicaleBiologyWK2003WKcfWKd]gXce 2 21

234 –elationshipKbetweenKporeKsizeKandKreversibleKandKirreversibleKimmobilizationKofKionicKliquidK
electrolytesKinKporousKcarbonKunderKappliedKelectricKpotentialYKAppliedePhysicseLettersWK2016WK][hWK]cb]]]3.4 21

233 “reX—odiatedKširšKŠXeneK—tructureKandKqehaviorKasKtlectrodeKforK—odiumXxonKrapacitorsYKACSeNano
WK2021WK]dWKahhcXb[[b 16.7 21

232 ŠolecularK—imulationK—tudiesKonKtheKtlongationKofKvoldK‘anowiresKinKqenzenedithiolYKJournaleofe
PhysicaleChemistryeCWK2010WK]]cWK][bedX][bfa 3.8 20

231 šheKxnfluenceKofKŠolecularKpdsorptionKonKtlongatingKvoldK‘anowiresYKJournaleofePhysicaleChemistrye
CWK2011WK]]dWK]gcaaX]gcbb 3.8 20

230 ŠolecularKdynamicsKsimulationKofKssXs‘pKtranslocationKbetweenKcopperKnanoelectrodesK
incorporatingKelectrodeKchargeKdynamicsYKJournaleofePhysicaleChemistryeBWK2008WK]]aWK]f]aXf 3.4 20

229 šransientKrheologyKofKaKpolyethyleneKmeltKunderKshearYKPhysicaleRevieweEWK1999WKe[WKehdeXh 2.4 20

228 xnfluenceKofKtheKuriedelKoscillationsKonKtheKstructureKonKliquidKrubidiumYKJournaleofePhysicseF:eMetale
PhysicsWK1982WK]aWKabbXacc 20
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227 uormalizingKatomXtypingKandKtheKdisseminationKofKforceKfieldsKwithKfoyerYKComputationaleMaterialse
ScienceWK2019WK]efWKa]dXaaf 3.2 19

226 pKcomputationalKstudyKofKdicationicKionicKliquidsZr’â��KinterfacesYKLangmuirWK2015WKb]WKaccfXdc 4 19

225 áukawaKstickyKmXpointKmodelKofKassociatingKfluidYKJournaleofeChemicalePhysicsWK2003WK]]gWKecbfXeccd 3.9 19

224 wydrophobicKhydrationKatKtheKlevelKofKprimitiveKmodelsYKxxiK†argeKsolutesKandKwaterKrestructuringYK
MolecularePhysicsWK2002WK][[WKa]ghXaa[[ 1.7 19

223 “airKapproximationKforKpolarizationKinteractioniKefficientKmethodKforKŠonteKrarloKsimulationsKofK
polarizableKfluidsYKMolecularePhysicsWK2001WKhhWKbchXbdc 1.7 19

222 ŠonteKrarloKsimulationKresultsKforKtheKfullKpairKcorrelationKfunctionKofKtheKhardKdumbellKfluidYK
MolecularePhysicsWK1981WKcbWK]cf]X]cfd 1.7 19

221 txactKasymptoticKformKofKtheKsiteXsiteKdirectKcorrelationKfunctionKforKlinearKtriatomicKmoleculesYK
MolecularePhysicsWK1982WKceWKeedXef[ 1.7 19

220 šunableKtransitionKfromKhydrationKtoKmonomerXsupportedKlubricationKinKzwitterionicKmonolayersK
revealedKbyKmolecularKdynamicsKsimulationYKSofteMatterWK2015WK]]WKbbc[Xe 3.6 18

219 rriticalK–oleKofKpnionâ��—olventKxnteractionsKforKsynamicsKofK—olventXinX—altK—olutionsYKJournaleofe
PhysicaleChemistryeCWK2020WK]acWKgcdfXgcee 3.8 18

218
txaminingKtheKphaseKtransitionKbehaviorKofKamphiphilicKlipidsKinKsolutionKusingKstatisticalK
temperatureKmolecularKdynamicsKandKreplicaXexchangeKWangX†andauKmethodsYKJournaleofeChemicale
PhysicsWK2013WK]bhWK[dcd[d

3.9 18

217 ŠodelingKtheKxnteractionKbetweenKxntegrinXqindingK“eptideKS–vsTKandK–utileK—urfaceiKšheKtffectKofK
‘aVKonK“eptideKpdsorptionYKJournaleofePhysicaleChemistryeCWK2011WK]]dWKaabfdXaabge 3.8 18

216 –ateXdependentKenergyKreleaseKmechanismKofKgoldKnanowiresKunderKelongationYKJournaleofethee
AmericaneChemicaleSocietyWK2008WK]b[WK]fh[fX]a 16.4 18

215 šransportK“ropertiesKofK“erfluoroalkanesK singKŠolecularKsynamicsK—imulationiKKromparisonKofK
 nitedXKandKtxplicitXptomKŠodelsYKIndustrialelamp;eEngineeringeChemistryeResearchWK2003WKcaWKehdeXehe]3.9 18

214 tffectKofKthreeXbodyKforcesKonKtheKshearKviscosityKofKliquidKargonYKJournaleofeChemicalePhysicsWK1994WK
][]WKea[eXea[h 3.9 18

213 ŠolecularXdynamicsKsimulationKofKpromptKsputteringKofKaKmolecularKsolidKatKhighKexcitationK
densitiesYKPhysicaleRevieweBWK1991WKcbWK]af[fX]af]c 3.3 18

212 rlassicalKdynamicsKdescriptionKofKlowKenergyKcascadesKinKsolidsiKptomicKejectionKfromKamorphousK
argonYKSurfaceeScienceWK1989WKaaaWKch]Xchg 1.8 18

211 pnalyticKstudiesKofKtheKhardKdumbellKfluidYKMolecularePhysicsWK1983WKchWK]][bX]]a[ 1.7 18

210 —urfaceK—trainKtffectsKonKtheKWaterâ��vrapheneKxnterfacialKandKronfinementKqehaviorYKJournaleofe
PhysicaleChemistryeCWK2014WK]]gWK]hf[]X]hf]] 3.8 17

(2014-2019)
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209 —urfaceKrorrugationKtffectsKonKtheKWaterâ��vrapheneKxnterfacialKandKronfinementKqehaviorYKJournale
ofePhysicaleChemistryeCWK2013WK]]fWKabgfdXabgge 3.8 17

208 xnvestigationKofKboneKresorptionKwithinKaKcorticalKbasicKmulticellularKunitKusingKaKlatticeXbasedK
computationalKmodelYKBoneWK2012WKd[WKbfgXgh 4.7 17

207 rhargingKpropertiesKofKcassiteriteKSalphaX—n’SaTTKsurfacesKinK‘arlKandK–brlKionicKmediaYKLangmuirWK
2009WKadWK][gdaXea 4 17

206 —olvationKinKhighXtemperatureKelectrolyteKsolutionsYKxxxYKxntegralKequationKcalculationsKandK
interpretationKofKexperimentalKdataYKJournaleofeChemicalePhysicsWK2001WK]]cWKbdfdXbdgd 3.9 17

205 ppplyingKŠolecularKandKŠaterialsKŠodelingK2002WK 17

204 tngineeringKtheKxnterlayerK—pacingKbyK“reXxntercalationKforKwighK“erformanceK—upercapacitorK
ŠXeneKtlectrodesKinK–oomKšemperatureKxonicK†iquidYKAdvancedeFunctionaleMaterialsWK2021WKb]WKa][c[[f 15.6 17

203 xnvestigatingKplkylsilaneKŠonolayerKšribologyKatKaK—ingleXpsperityKrontactKwithKŠolecularKsynamicsK
—imulationYKLangmuirWK2017WKbbWK]]af[X]]ag[ 4 16

202 sirectKandKquantitativeKcomparisonKofKpixelatedKdensityKprofilesKwithKhighXresolutionKXXrayK
reflectivity´ dataYKJournaleofeSynchrotroneRadiationWK2011WK]gWKadfXed 2.4 16

201 tquationKofKstateKandKliquidXvaporKequilibriaKofKoneXKandKtwoXáukawaKhardXsphereKchainKfluidsiK
theoryKandKsimulationYKJournaleofeChemicalePhysicsWK2004WK]a]WKg]agXbf 3.9 16

200 —tructuralKtransitionKandKsolidXlikeKbehaviorKofKalkaneKfilmsKconfinedKinKnanoXspacingYKFluidePhasee
EquilibriaWK2001WK]gbX]gcWKbg]Xbgf 2.5 16

199 sevelopmentKofKaKforceKfieldKforKmolecularKsimulationKofKtheKphaseKequilibriaKofK
perfluoromethylpropylKetherYKMolecularePhysicsWK2002WK][[WKaedXafa 1.7 16

198 °aporX†iquidKtquilibriumKandKsensityKŠeasurementsKofKplkylammoniumKqromideKVK“ropanolKVK
WaterK—ystemsYKJournaleofeChemicalelamp;eEngineeringeDataWK1995WKc[WKfhaXfhg 2.8 16

197 ‘umericalK—olutionKofKšransportKtquationsKforKqacterialKrhemotaxisiKtffectKofKsiscretizationKofK
sirectionalKŠotionYKSIAMeJournaleoneAppliedeMathematicsWK1996WKdeWK]ebhX]eeb 1.8 16

196 “haseKdiagramKforKtheK†ennardXyonesKfluidKmodelledKbyKtheKhardXcoreKáukawaKfluidYKMoleculare
PhysicsWK1996WKgfWK]cdhX]cea 1.7 16

195 —hearKviscosityKofKmodelKmixturesKbyKnonequilibriumKmolecularKdynamicsYKxxYKtffectKofKdipolarK
interactionsYKJournaleofeChemicalePhysicsWK1996WK][dWKa[ccXa[dd 3.9 16

194 rommentKoniK‘onequilibriumKmolecularKdynamicsKcalculationKofKselfXdiffusionKinKaKnonX‘ewtonianK
fluidKsubjectKtoKaKrouetteKstrainKfieldYKJournaleofeChemicalePhysicsWK1991WKhdWKgefdXgefe 3.9 16

193 tvaluationKofKtheK——rZ†w‘rWK——ruKandK“áKapproximationsKforKshortKrangedWKanisotropicKpotentialsYK
MolecularePhysicsWK1983WKcgWK]]ffX]a[f 1.7 16

192 tlectrolyteKcationKlengthKinfluencesKelectrosorptionKandKdynamicsKinKporousKcarbonK
supercapacitorsYKElectrochimicaeActaWK2018WKagbWKggaXghb 6.7 15

PetertTtCummings
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191 xonK“airingKrontrolsK“hysicalK“ropertiesKofKxonicK†iquidX—olventKŠixturesYKJournaleofePhysicale
ChemistryeBWK2019WK]abWKhhccXhhdd 3.4 15

190 pdsorptionKofKrhainKŠoleculesKinK—litX—hapedK“oresiKsevelopmentKofKaK—pušXuŠšXsušKppproachYK
JournaleofePhysicaleChemistryeCWK2013WK]]fWKa]bbfXa]bd[ 3.8 15

189
–otationalKandKšranslationalKsynamicsKofK‘XqutylX‘XmethylpiperidiniumK
šrifluoromethanesulfonimideKxonicK†iquidsK—tudiedKbyK‘Š–KandKŠsK—imulationsYKJournaleofePhysicale
ChemistryeCWK2012WK]]eWKa[ffhXa[fge

3.8 15

188 ŠodelingKsolutionKofKflexibleKpolyelectrolyteKinKexplicitKsolventYKChemicalePhysicseLettersWK2007WKcbgWKabgXacb2.5 15

187 šheKtffectKofK“oreKronnectivityKonKWaterKpdsorptionKxsothermsKinK‘onXpctivatedKvraphiticK
‘anoporesYKAdsorptionWK2005WK]]WKbbfXbc] 2.6 15

186 ŠolecularKapproachKtoKhighXtemperatureKsolvationYKuormalWKintegralKequationKandKexperimentalK
resultsYKJournaleofePhysicseCondensedeMatterWK2000WK]aWKbdgdXbdhb 1.8 15

185 siscriminatingKbetweenKrorrelationsKofKtxperimentalK°iscosityKsataKforK“erfluorobutaneK singK
ŠolecularK—imulationYKIndustrialelamp;eEngineeringeChemistryeResearchWK2001WKc[WKcfbXcfd 3.9 15

184 —olutionKofKtheKrhandlerâ��—ilbeyâ��†adanyiKequationKforKtheKmulticomponentKhardXsphereKsiteâ��siteK
molecularKfluidiK“ercusâ��áevickKapproximationYKJournaleofeChemicalePhysicsWK1996WK][dWKa[]]Xa[]h 3.9 15

183 romputerKsimulationKofKvaporXliquidKequilibriumKinKmixedKsolventKelectrolyteKsolutionsYKFluidePhasee
EquilibriaWK1993WKgbWKa]bXaaa 2.5 15

182 pnalyticKsolutionKofKtheK–x—ŠKequationKforKsymmetricKdiatomicsKwithKáukawaKclosureYKMoleculare
PhysicsWK1981WKcbWK]ahhX]b[h 1.7 15

181 rontinuousKtransitionKfromKdoubleXlayerKtoKuaradaicKchargeKstorageKinKconfinedKelectrolytesYKNaturee
EnergyWK2022WKfWKaaaXaag 62.3 15

180 šhicknessXdependentKstructuralKarrangementKinKnanoXconfinedKimidazoliumXbasedKionicKliquidKfilmsYK
PhysicaleChemistryeChemicalePhysicsWK2015WK]fWKc]daXh 3.6 14

179 –oleKofKpolytetrahedralKstructuresKinKtheKelongationKandKruptureKofKgoldKnanowiresYKACSeNanoWK
2011WKdWK][[edXfb 16.7 14

178 pggregationKofK“’——KmonomersKinKliquidKhexaneiKaKmolecularXsimulationKstudyYKJournaleofePhysicale
ChemistryeBWK2007WK]]]WK]aacgXde 3.4 14

177 ‘onXequilibriumKmolecularKdynamicsKsimulationKstudyKofKtheKbehaviorKofKhydrocarbonXisomersKinK
silicaliteYKFluidePhaseeEquilibriaWK2002WK]hcX]hfWKb[hXb]f 2.5 14

176 ’nKtheKŠolecularKsynamicsKplgorithmKforKvibbsKtnsembleK—imulationYKMoleculareSimulationWK1996WK
]fWKa]Xad 2 14

175 qrownianKdynamicsKsimulationKofKmodelKpolymerKfluidsKinKshearKflowYKxYKsumbbellKmodelsYKJournaleofe
NonsNewtonianeFluideMechanicsWK1992WKc]WKafdXagg 2.7 14

174 ‘etworkKuormingKuluidsiKáukawaK—quareXWellKmX“ointKŠodelYKJournaleofeStatisticalePhysicsWK2011WK
]cdWKcg]Xd[e 1.5 13

(2011-2019)
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173 šhermodynamicsKandKkineticsKofKionKspeciationKinKsupercriticalKaqueousKsolutionsiKaK
molecularXbasedKstudyYKFluidePhaseeEquilibriaWK1998WK]d[X]d]WK][fX]]d 2.5 13

172 —ingleXstrandKs‘pKmoleculeKtranslocationKthroughKnanoelectrodeKgapsYKNanotechnologyWK2007WK]gWKcac[]g3.4 13

171 “airKapproximationKforKpolarizationKinteractionKandKadiabaticKnuclearKandKelectronicKsamplingK
methodKforKfluidsKwithKdipoleKpolarizabilityYKMolecularePhysicsWK2002WK][[WKaf[bXaf]f 1.7 13

170 ‘onXequilibriumKmolecularKdynamicsKcalculationKofKtheKtransportKpropertiesKofKcarbonKdioxideYKFluide
PhaseeEquilibriaWK1989WKdbWK]h]X]hg 2.5 13

169 pnalyticKstudiesKofKtheKhardKdumbellKfluidYKMolecularePhysicsWK1984WKd]WKaghXb]] 1.7 13

168
Šo—seuWKaK“ythonKurameworkKtnablingK†argeX—caleKromputationalK—creeningKofK—oftKŠatteriK
ppplicationKtoKrhemistryX“ropertyK–elationshipsKinK†ubricatingKŠonolayerKuilmsYKJournaleofe
ChemicaleTheoryeandeComputationWK2020WK]eWK]ffhX]fhb

6.4 12

167 šowardsKŠolecularK—imulationsKthatKareKšransparentWK–eproducibleWK sableKqyK’thersWKandK
txtensibleKSš– tTYKMolecularePhysicsWK2020WK]]gWK 1.7 12

166 xnfluenceKofK—urfaceKŠorphologyKonKtheK—hearXxnducedKWearKofKplkylsilaneKŠonolayersiKŠolecularK
synamicsK—tudyYKLangmuirWK2016WKbaWKabcgXdh 4 12

165 tffectsKofK—olventKroncentrationKonKtheK“erformanceKofKxonicX†iquidZrarbonK—upercapacitorsYKACSe
AppliedeMaterialselamp;eInterfacesWK2019WK]]WKcaeg[Xcaegh 9.5 12

164 “redictionKofKnXplkaneKpdsorptionKonKpctivatedKrarbonK singKtheK—pušâ��uŠšâ��sušKppproachYK
JournaleofePhysicaleChemistryeCWK2015WK]]hWK]cdfX]ceb 3.8 12

163 ronfinedKfluidKandKtheKfluidXsolidKtransitioniKtvidenceKfromKabsoluteKfreeKenergyKcalculationsYK
PhysicaleRevieweBWK2012WKgeWK 3.3 12

162 uourierKspaceKapproachKtoKtheKclassicalKdensityKfunctionalKtheoryKforKmultiXáukawaKandKsquareXwellK
fluidsYKJournaleofeChemicalePhysicsWK2012WK]bfWK][c][c 3.9 12

161 ŠolecularKsimulationKofKsupercriticalKwaterKandKaqueousKsolutionsYKJournaleofePhysicseCondensede
MatterWK1996WKgWKhag]Xhagf 1.8 12

160 rontrolledKšranslocationKofKs‘pK—egmentsKthroughK‘anoelectrodeKvapsKfromKŠolecularKsynamicsYK
JournaleofePhysicaleChemistryeCWK2008WK]]aWKgX]a 3.8 12

159 “haseKcoexistenceKinKpolydisperseKchargedKhardXsphereKfluidsiKmeanKsphericalKapproximationYK
JournaleofeChemicalePhysicsWK2004WK]a[WK][]bbXcd 3.9 12

158 ’nKtheKdeterminationKofKorientationalKconfigurationalKtemperatureKfromKcomputerKsimulationYK
JournaleofeChemicalePhysicsWK2001WK]]cWKed]cXed]f 3.9 12

157 —tructuralKandKthermodynamicKpropertiesKofKaKmulticomponentKfreelyKjointedKhardKsphereK
multiXáukawaKchainKfluidYKMolecularePhysicsWK2002WK][[WKachhXad]f 1.7 12

156 šheK–heologyKofKnXqutaneKandKiXqutaneKbyK‘onXtquilibriumKŠolecularKsynamicsK—imulationsYK
MoleculareSimulationWK1996WK]eWKaahXacf 2 12

PetertTtCummings
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155 °aporX†iquidKtquilibriaKandK—altKppparentKŠolarK°olumesKofKtheKWaterKVKaX“ropanolKVK
šetrabutylammoniumKqromideK—ystemYKJournaleofeChemicalelamp;eEngineeringeDataWK1994WKbhWKd[eXd[h 2.8 12

154 ‘onequilibriumKmolecularKdynamicsKstudyKofKmolecularKcontributionsKtoKtheKthermalKconductivityK
ofKcarbonKdioxideYKMolecularePhysicsWK1992WKfdWK]bcdX]bde 1.7 12

153 vibbsKensembleKsimulationKofKmixedKsolventKelectrolyteKsolutionsYKFluidePhaseeEquilibriaWK1993WKgeWK]cfX]fa2.5 12

152 —olutionKofKtheK’rnsteinXZernikeKequationKforKaKsoftXcoreKáukawaKfluidYKJournaleofeStatisticalePhysicsWK
1979WKa]WKedhXeef 1.5 12

151 txactKsolutionKofKtheKmeanKsphericalKapproximationKforKaKmodelKliquidKmetalKpotentialYKxYKŠethodKofK
solutionYKJournaleofePhysicseF:eMetalePhysicsWK1979WKhWK]cffX]cgg 12

150 xnfluenceKofKhumidityKonKperformanceKandKmicroscopicKdynamicsKofKanKionicKliquidKinK
supercapacitorYKPhysicaleRevieweMaterialsWK2017WK]WK 3.2 12

149 †iquidXgasKphaseKbehaviorKofK—tockmayerKfluidKwithKhighKdipolarKmomentYKCondensedeMatterePhysicsWK
2007WK][WKddb 1.3 12

148 wumanKserumKalbuminKinteractionsKwithKre[KfullereneKstudiedKbyKspectroscopyWKsmallXangleK
neutronKscatteringWKandKmolecularKdynamicsKsimulationsYKJournaleofeNanoparticleeResearchWK2013WK]dWK] 2.3 11

147 romputerK—imulationsKofKtheK—taticK—catteringKfromKŠodelK“olymerKqlendsYKMacromoleculesWK1997WK
b[WKbbfdXbbga 5.5 11

146 uluctuationsKcloseKtoKequilibriumYKPhysicaleRevieweEWK1995WKdaWKa]hgXaa[b 2.4 11

145 rompartmentedKmodeKworkstationiKprototypeKhighlightsYKIEEEeTransactionseoneSoftwaree
EngineeringWK1990WK]eWKe[gXe]g 3.5 11

144 ‘onXequilibriumKmolecularKdynamicsKcalculationKofKtheKshearKviscosityKofKliquidKrubidiumYKJournaleofe
PhysicseF:eMetalePhysicsWK1987WK]fWKdhbXe[c 11

143 šheKroleKofKtheKpairKpotentialKinKdeterminingKtheKstructureKfactorKofKliquidKrubidiumYKJournaleofe
PhysicseF:eMetalePhysicsWK1987WK]fWKfhfXg[f 11

142 wumidityKtxposureKtnhancesKŠicroscopicKŠobilityKinKaK–oomXšemperatureKxonicK†iquidKinKŠXeneYK
JournaleofePhysicaleChemistryeCWK2018WK]aaWKafde]Xafdee 3.8 11

141 —ynthesisKofKquinazolinesKoverKrecyclableKueb’co—i’aX“r‘waXuebVKnanoparticlesiKpKgreenWK
efficientWKandKsolventXfreeKprotocolYKAppliedeOrganometalliceChemistryWK2018WKbaWKecdfb 3.1 11

140 ‘ucleophilicityKofKcyclicKconjugatedKsilylenesKusingKsušKmethodYKJournaleofePhysicaleOrganice
ChemistryWK2019WKbaWKebhde 2.1 10

139 pdsorptionKofKWaterKonKši’aKandK—n’aK—urfacesiKŠolecularKsynamicsK—tudyYKCollectioneofe
CzechoslovakeChemicaleCommunicationsWK2008WKfbWKdfdXdgh 10

138 ŠicrostructureKofKWaterKptKtheK†evelKofKšhreeXparticleKrorrelationKuunctionsKpsK“redictedKbyK
rlassicalKxntermolecularKŠodelsYKMoleculareSimulationWK2003WKahWK]bXa] 2 10

(2003-1994)
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137 —quareXwellKchainKmoleculesiKaKsemiXempiricalKequationKofKstateKandKŠonteKrarloKsimulationKdataYK
FluidePhaseeEquilibriaWK2004WKaa]WKebXfa 2.5 10

136 šhermodynamicKpropertiesKofKfreelyXjointedKhardXsphereKmultiXáukawaKchainKfluidsiKtheoryKandK
simulationYKFluidePhaseeEquilibriaWK2002WK]hcX]hfWK]gdX]he 2.5 10

135 ppplicationsKofKxntegralKtquationKralculationsKtoKwighXšemperatureK—olvationK“henomenaYKJournale
ofeStatisticalePhysicsWK2000WK][[WK]efX]hh 1.5 10

134 —chedulingKofKmultipleKproductsKonKparallelKunitsKwithKtardinessKpenaltiesKusingKsimulatedK
annealingYKComputerseandeChemicaleEngineeringWK1995WK]hWK][ehX][fe 4 10

133 —olvationKstructureWKhydrogenKbondingWKandKionKpairingKinKdiluteKsupercriticalKaqueousK‘arlK
mixturesYKInternationaleJournaleofeThermophysicsWK1996WK]fWK]cfX]de 2.1 10

132 ‘onequilibriumKmolecularKdynamicsKcalculationKofKtheKshearKviscosityKofKcarbonKdioxideYK
InternationaleJournaleofeThermophysicsWK1989WK][WKhahXhc[ 2.1 10

131  seKofKtheKáukawaKfluidKasKtheKreferenceKsystemKinKperturbationKtheoryYKChemicalePhysicseLettersWK
1979WKeeWKafgXaga 2.5 10

130 ŠolecularKxnvestigationKofK’xidizedKvrapheneiKpnatomyKofKtheKsoubleX†ayerK—tructureKandKxonK
synamicsYKJournaleofePhysicaleChemistryeCWK2019WK 3.8 9

129 ŠolecularKmechanicsKofKtheKcooperativeKadsorptionKofKaK“roXwypXvlyKtripeptideKonKaKhydroxylatedK
rutileKši’aS]][TKsurfaceKmediatedKbyKcalciumKionsYKPhysicaleChemistryeChemicalePhysicsWK2016WK]gWK]hfdfXec3.6 9

128 pnKptomisticKrarbideXserivedKrarbonKŠodelKveneratedK singK–eaxuuXqasedK”uenchedKŠolecularK
synamicsYKJournaleofeCarboneResearchWK2017WKbWKba 3.3 9

127 txaminingKtheKaggregationKbehaviorKofKpolymerKgraftedKnanoparticlesKusingKmolecularKsimulationK
andKtheoryYKJournaleofeChemicalePhysicsWK2015WK]cbWK[dch[c 3.9 9

126 —imulatingK“haseKtquilibriaKusingKWangX†andauXšransitionKŠatrixKŠonteKrarloYKJournaleofePhysics:e
ConferenceeSeriesWK2014WKcgfWK[]a[[a 0.3 9

125 qimodalKanalysisKrevealsKaKgeneralKscalingKlawKgoverningKnondirectedKandKchemotacticKcellKmotilityYK
BiophysicaleJournalWK2010WKhhWKbefXfe 2.9 9

124 ‘anorheologyKofKliquidKalkanesYKFluidePhaseeEquilibriaWK1998WK]d[X]d]WK]adX]b] 2.5 9

123 ŠolecularKdynamicsKsimulationKofKiceKXxxYKChemicalePhysicseLettersWK1999WKb[[WKbdhXbeb 2.5 9

122 —elfXdiffusionKinKstronglyKdrivenKflowsiKpKnonXequilibriumKmolecularKdynamicsKstudyYKMoleculare
PhysicsWK1995WKgeWK]b[fX]b]c 1.7 9

121 ‘onXtquilibriumKŠolecularKsynamicsKralculationKofKtheK—hearK°iscosityKofKrarbonKsioxideZtthaneK
ŠixturesYKMoleculareSimulationWK1993WK][WK]X]] 2 9

120 —olutionKofKtheK“ercusXáevickKequationKinKtheKcoexistenceKregionKofKaKsimpleKfluidYKInternationale
JournaleofeThermophysicsWK1985WKeWKdfbXdgc 2.1 9

PetertTtCummings
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119 —olutionKofKtheKsiteXsiteK’rnsteinXZernikeKequationKforKnonidealKdipolarKspheresYKTheeJournaleofe
PhysicaleChemistryWK1982WKgeWK]eheX]f[[ 9

118 ŠolecularKmodelingKofKfibronectinKadsorptionKonKtopographicallyKnanostructuredKrutileKS]][TK
surfacesYKAppliedeSurfaceeScienceWK2016WKbgcWKbeXcc 6.7 9

117 xdentifyingKWaterXpnionKrorrelatedKŠotionKinKpqueousK—olutionsKthroughK°anKwoveKuunctionsYK
JournaleofePhysicaleChemistryeLettersWK2019WK][WKf]]hXf]ad 6.4 8

116 uluctuationsKandKcorrelationsKinKphysicalKandKbiologicalKnanosystemsiKtheKtaleKisKinKtheKtailsYKACSe
NanoWK2011WKdWKacadXba 16.7 8

115 sirectionalKdependenceKofKtheKrandomKkineticKenergyKinKplanarKrouetteKflowYKMolecularePhysicsWK
1997WKh[WKbdXc] 1.7 8

114 “haseKcoexistenceKinKpolydisperseKathermalKpolymerXcolloidalKmixtureYKJournaleofeChemicalePhysicsWK
2008WK]agWK]dch[f 3.9 8

113 “haseKcoexistenceKinKaKpolydisperseKchargedKhardXsphereKfluidiKpolymerKmeanKsphericalK
approximationYKJournaleofeChemicalePhysicsWK2005WK]abWK]acd[] 3.9 8

112 wb’VZrxâ��KionKpairingKinKhydrothermalKsolutionsKbyKsimulationKandKelectricalKconductanceYKpKreviewYK
JournaleofeMoleculareLiquidsWK2003WK][bX][cWKabdXacg 6 8

111 sistributionKfunctionsKofKaKsimpleKfluidKunderKsheariKlowKshearKratesYKPhysicaleRevieweEWK1999WKe[WK]f]eXab2.4 8

110 –elationshipKbetweenKŠc”uarrieKandKwelfandKequationsKforKtheKdeterminationKofKshearKviscosityK
fromKequilibriumKmolecularKdynamicsYKPhysicaleRevieweEWK1993WKcfWK]f[aX]f]] 2.4 8

109 pnKanalyticKmodelKforKaqueousKelectrolyteKsolutionsKbasedKonKfluctuationKsolutionKtheoryYKFluide
PhaseeEquilibriaWK1988WKbhWKaafXaee 2.5 8

108 –t—tp–rwK‘’štKpnKefficientKparallelKalgorithmKforKnonXequilibriumKmolecularKdynamicsK
simulationsKofKveryKlargeKsystemsKinKplanarKrouetteKflowYKMolecularePhysicsWK1996WKggWK]eedX]ef[ 1.7 8

107 siffusivityKandK—tructureKofK–oomKšemperatureKxonicK†iquidKinK°ariousK’rganicK—olventsYKJournaleofe
PhysicaleChemistryeBWK2020WK]acWKhhb]Xhhbf 3.4 8

106 xntegralKequationKtheoryKforKaKmixtureKofKsphericalKandKpatchyKcolloidsiKanalyticalKdescriptionYKSofte
MatterWK2020WK]eWKbcdeXbced 3.6 7

105 WebXKandKrloudXbasedK—oftwareKxnfrastructureKforKŠaterialsKsesignYKProcediaeComputereScienceWK
2014WKahWKa[bcXa[cc 1.6 7

104 “robingKtheK—tatisticalK°alidityKofKtheKsuctileXtoXqrittleKšransitionKinKŠetallicK‘anowiresK singKv“ K
romputingYKJournaleofeChemicaleTheoryeandeComputationWK2013WKhWKdddgXee 6.4 7

103 txaminationKofKtheKphaseKtransitionKbehaviorKofKnanoXconfinedKfluidsKbyKstatisticalKtemperatureK
molecularKdynamicsYKJournaleofeChemicalePhysicsWK2015WK]cbWK[dcd[c 3.9 7

102
romparativeKstudiesKonKtheKstructureKandKdiffusionKdynamicsKofKaqueousKandKnonpolarKliquidKfilmsK
underKnanometersKconfinementYKModellingeandeSimulationeineMaterialseScienceeandeEngineeringWK
2010WK]gWK[bc[[f

2 7

(2010-1982)
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101 šheKglobalKturningKprobabilityKdensityKfunctionKforKmotileKbacteriaKandKitsKapplicationsYKJournaleofe
TheoreticaleBiologyWK1998WK]hdWK]bhXdd 2.3 7

100 “haseKcoexistenceKinKpolydisperseKmixtureKofKhardXsphereKcolloidalKandKflexibleKchainKparticlesYK
ChemicalePhysicseLettersWK2007WKccbWKacbXacf 2.5 7

99 “rotrusionKofKaK°irtualKŠodelK†amellipodiumKbyKpctinK“olymerizationiKpKroarseXgrainedK†angevinK
synamicsKŠodelYKJournaleofeStatisticalePhysicsWK2008WK]bbWKfhX][[ 1.5 7

98 ŠolecularKdynamicsKsimulationKofKinorganicKionsKinK“t’KaqueousKsolutionYKMoleculareSimulationWK
2007WKbbWK]addX]ae[ 2 7

97 ’nKtheKdeterminationKofKtheKvaporâ��liquidKenvelopeKforKpolarizableKmodelsKbyKŠonteKrarloK
simulationYKFluidePhaseeEquilibriaWK2001WK]gbX]gcWKahdXb[[ 2.5 7
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ChemicalePhysicsWK1996WK][dWKabfgXabh[ 3.9 6

88 pKnewKmethodKforKtheKnumericalKsolutionKofKintegralKequationKapproximationsYKInternationaleJournale
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13 sirectKrorrelationKofKtheK—altX–educedKsiffusivitiesKofK’rganicK—olventsKwithKtheK—olventRsKŠoleK
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