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349 ReaxvvjJJqJReactiveJvorceJvieldJforJxydrocarbonsXJJournaldofdPhysicaldChemistrydAVJ2001VJaZeVJicifWidZi 2.8 3390

348 ReaxvvJreactiveJforceJfieldJforJmolecularJdynamicsJsimulationsJofJhydrocarbonJoxidationXJJournaldofd
PhysicaldChemistrydAVJ2008VJaabVJaZdZWec 2.8 1392

347 TheJReaxvvJreactiveJforceWfieldjJdevelopmentVJapplicationsJandJfutureJdirectionsXJNpjd
ComputationaldMaterialsVJ2016VJbVJ 10.9 858

346 ReaxvvSi∕JReactiveJvorceJvieldJforJSiliconJandJSiliconJ∕xideJSystemsXJJournaldofdPhysicaldChemistryd
AVJ2003VJaZgVJchZcWchaa 2.8 682

345 ShockJwavesJinJhighWenergyJmaterialsjJtheJinitialJchemicalJeventsJinJnitramineJRtXXJPhysicaldReviewd
LettersVJ2003VJiaVJZihcZa 7.4 416

344 qJreactiveJmolecularJdynamicsJsimulationJofJtheJsilicaWwaterJinterfaceXJJournaldofdChemicaldPhysicsVJ
2010VJacbVJagdgZd 3.9 359

343
tevelopmentJofJtheJReaxvvJreactiveJforceJfieldJforJdescribingJtransitionJmetalJcatalyzedJreactionsVJ
withJapplicationJtoJtheJinitialJstagesJofJtheJcatalyticJformationJofJcarbonJnanotubesXJJournaldofd
PhysicaldChemistrydAVJ2005VJaZiVJdicWi

2.8 332

342 SimulationsJonJtheJthermalJdecompositionJofJaJpolyRdimethylsiloxaneSJpolymerJusingJtheJReaxvvJ
reactiveJforceJfieldXJJournaldofdthedAmericandChemicaldSocietyVJ2005VJabgVJgaibWbZb 16.4 316

341 ThermalJdecompositionJofJRtXJfromJreactiveJmolecularJdynamicsXJJournaldofdChemicaldPhysicsVJ2005
VJabbVJedeZb 3.9 313

340
uvaluationJofJrc°YαVJXc°YαVJandJMZfWslassJtensityJvunctionalsJforJαredictingJtheJrindingJunergiesJ
ofJ−eutralVJαrotonatedVJandJteprotonatedJWaterJslustersXJJournaldofdChemicaldTheorydandd
ComputationVJ2009VJeVJaZafWbf

6.4 276

339 tevelopmentJandJValidationJofJReaxvvJReactiveJvorceJvieldJforJxydrocarbonJshemistryJsatalyzedJ
byJ−ickelXJJournaldofdPhysicaldChemistrydCVJ2010VJaadVJdiciWdidi 3.8 236

338 sombustionJofJanJyllinoisJ−oXJfJcoalJcharJsimulatedJusingJanJatomisticJcharJrepresentationJandJtheJ
ReaxvvJreactiveJforceJfieldXJCombustiondanddFlameVJ2012VJaeiVJabgbWabhe 5.3 226

337 MultiparadigmJmodelingJofJdynamicalJcrackJpropagationJinJsiliconJusingJaJreactiveJforceJfieldXJ
PhysicaldReviewdLettersVJ2006VJifVJZieeZe 7.4 194

336 ynitiationJmechanismsJandJkineticsJofJpyrolysisJandJcombustionJofJzαWaZJhydrocarbonJjetJfuelXJ
JournaldofdPhysicaldChemistrydAVJ2009VJaacVJagdZWf 2.8 184

335 tevelopmentJofJaJReaxvvJpotentialJforJcarbonJcondensedJphasesJandJitsJapplicationJtoJtheJthermalJ
fragmentationJofJaJlargeJfullereneXJJournaldofdPhysicaldChemistrydAVJ2015VJaaiVJegaWhZ 2.8 167

334 uffectJofJMetalJyonJyntercalationJonJtheJStructureJofJMXeneJandJWaterJtynamicsJonJitsJynternalJ
SurfacesXJACSdApplieddMaterialsdjamp;dInterfacesVJ2016VJhVJhheiWfc 9.5 164

333 qqueousJprotonJtransferJacrossJsingleWlayerJgrapheneXJNaturedCommunicationsVJ2015VJfVJfeci 17.4 159
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332
telftJmolecularJmechanicsjJaJnewJapproachJtoJhydrocarbonJforceJfieldsXJynclusionJofJaJ
geometryWdependentJchargeJcalculationXJJournaldofdthedChemicaldSocietyrdFaradaydTransactionsVJ
1994VJiZVJbhha

156

331 tevelopmentJofJaJReaxvvJreactiveJforceJfieldJforJglycineJandJapplicationJtoJsolventJeffectJandJ
tautomerizationXJJournaldofdPhysicaldChemistrydBVJ2011VJaaeVJbdiWfa 3.4 150

330 satalyzedJgrowthJofJcarbonJnanotubeJwithJdefinableJchiralityJbyJhybridJmolecularJdynamicsWforceJ
biasedJMonteJsarloJsimulationsXJACSdNanoVJ2010VJdVJfffeWgb 16.7 149

329 ReactiveJαotentialsJforJqdvancedJqtomisticJSimulationsXJAnnualdReviewdofdMaterialsdResearchVJ2013VJ
dcVJaZiWabi 12.8 147

328 tevelopmentJofJaJreactiveJforceJfieldJforJironWoxyhydroxideJsystemsXJJournaldofdPhysicaldChemistryd
AVJ2010VJaadVJfbihWcZg 2.8 145

327 TheJutilityJofJcoalJmolecularJmodelsXJFueldProcessingdTechnologyVJ2011VJibVJgahWgbh 7.2 143

326
tevelopmentJandJvalidationJofJaJReaxvvJreactiveJforceJfieldJforJsuJcationYwaterJinteractionsJandJ
copperJmetalYmetalJoxideYmetalJhydroxideJcondensedJphasesXJJournaldofdPhysicaldChemistrydAVJ
2010VJaadVJieZgWad

2.8 140

325 xydrationJofJcalciumJoxideJsurfaceJpredictedJbyJreactiveJforceJfieldJmolecularJdynamicsXJLangmuirVJ
2012VJbhVJdahgWig 4 139

324 qtomisticWscaleJsimulationsJofJtheJinitialJchemicalJeventsJinJtheJthermalJinitiationJofJ
triacetonetriperoxideXJJournaldofdthedAmericandChemicaldSocietyVJ2005VJabgVJaaZecWfb 16.4 136

323 uarlyJmaturationJprocessesJinJcoalXJαartJbjJReactiveJdynamicsJsimulationsJusingJtheJReaxvvJreactiveJ
forceJfieldJonJMorwellJrrownJcoalJstructuresXJOrganicdGeochemistryVJ2009VJdZVJaaieWabZi 3.1 134

322 qJroadmapJforJelectronicJgradeJbtJmaterialsXJxDdMaterialsVJ2019VJfVJZbbZZa 5.9 133

321 qJcomparativeJstudyJonJtheJoxidationJofJtwoWdimensionalJTicsbJMXeneJstructuresJinJdifferentJ
environmentsXJJournaldofdMaterialsdChemistrydAVJ2018VJfVJabgccWabgdc 13 124

320 ReaxvvJreactiveJforceJfieldJdevelopmentJandJapplicationsJforJmolecularJdynamicsJsimulationsJofJ
ammoniaJboraneJdehydrogenationJandJcombustionXJJournaldofdPhysicaldChemistrydAVJ2010VJaadVJedheWib 2.8 124

319 °ithiumJionJsolvationJandJdiffusionJinJbulkJorganicJelectrolytesJfromJfirstWprinciplesJandJclassicalJ
reactiveJmolecularJdynamicsXJJournaldofdPhysicaldChemistrydBVJ2015VJaaiVJaeceWde 3.4 123

318 ∕xidationJofJSiliconJsarbideJbyJ∕bJandJxb∕jJqJReaxvvJReactiveJMolecularJtynamicsJStudyVJαartJyXJ
JournaldofdPhysicaldChemistrydCVJ2012VJaafVJafaaaWafaba 3.8 123

317 WaterJadsorptionJonJsteppedJZn∕JsurfacesJfromJMtJsimulationXJSurfacedScienceVJ2010VJfZdVJgdaWgeb 1.8 122

316 ReactionsJofJsinglyWreducedJethyleneJcarbonateJinJlithiumJbatteryJelectrolytesjJaJmolecularJ
dynamicsJsimulationJstudyJusingJtheJReaxvvXJJournaldofdPhysicaldChemistrydAVJ2012VJaafVJbighWhe 2.8 121

315 tynamicsJofJconfinedJreactiveJwaterJinJsmectiteJclayWzeoliteJcompositesXJJournaldofdthedAmericand
ChemicaldSocietyVJ2012VJacdVJcZdbWec 16.4 113

(2012-1994)
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314 qJreactiveJforceJfieldJRReaxvvSJforJzincJoxideXJSurfacedScienceVJ2008VJfZbVJaZbZWaZca 1.8 113

313 uxtensionJofJtheJReaxvvJsombustionJvorceJvieldJtowardJSyngasJsombustionJandJynitialJ∕xidationJ
–ineticsXJJournaldofdPhysicaldChemistrydAVJ2017VJabaVJaZeaWaZfh 2.8 110

312 tynamicsJofJtheJdissociationJofJhydrogenJonJsteppedJplatinumJsurfacesJusingJtheJReaxvvJreactiveJ
forceJfieldXJJournaldofdPhysicaldChemistrydBVJ2006VJaaZVJdbgdWhb 3.4 110

311 ReaxvvJmolecularJdynamicsJsimulationsJonJlithiatedJsulfurJcathodeJmaterialsXJPhysicaldChemistryd
ChemicaldPhysicsVJ2015VJagVJcchcWic 3.6 109

310 vormationJofJincipientJsootJparticlesJfromJpolycyclicJaromaticJhydrocarbonsjJqJReaxvvJmolecularJ
dynamicsJstudyXJCarbonVJ2017VJabaVJchZWchh 10.4 107

309 tevelopmentJandJqpplicationJofJaJReaxvvJReactiveJvorceJvieldJforJ∕xidativeJtehydrogenationJonJ
VanadiumJ∕xideJsatalystsXJJournaldofdPhysicaldChemistrydCVJ2008VJaabVJadfdeWadfed 3.8 106

308 MolecularJdynamicsJsimulationsJofJstabilityJofJmetalWorganicJframeworksJagainstJxb∕JusingJtheJ
ReaxvvJreactiveJforceJfieldXJChemicaldCommunicationsVJ2010VJdfVJegacWe 5.8 105

307 MolecularJdynamicJsimulationJofJaluminumâ��waterJreactionsJusingJtheJReaxvvJreactiveJforceJfieldXJ
InternationaldJournaldofdHydrogendEnergyVJ2011VJcfVJehbhWehce 6.7 101

306 qtomisticWscaleJsimulationsJofJchemicalJreactionsjJrridgingJfromJquantumJchemistryJtoJ
engineeringXJNucleardInstrumentsdjdMethodsdindPhysicsdResearchdBVJ2011VJbfiVJaediWaeed 1.2 99

305 αlasmaWynducedJtestructionJofJracterialJsellJWallJsomponentsjJqJReactiveJMolecularJtynamicsJ
SimulationXJJournaldofdPhysicaldChemistrydCVJ2013VJaagVJeiicWeiih 3.8 95

304 ReaxvvJReactiveJvorceWvieldJStudyJofJMolybdenumJtisulfideJRMoSSXJJournaldofdPhysicaldChemistryd
LettersVJ2017VJhVJfcaWfdZ 6.4 94

303 qtomisticWScaleJSimulationsJofJtefectJvormationJinJwrapheneJunderJ−obleJwasJyonJyrradiationXJACSd
NanoVJ2016VJaZVJhcgfWhd 16.7 92

302 αyrolysisJofJaJlargeWscaleJmolecularJmodelJforJyllinoisJnoXJfJcoalJusingJtheJReaxvvJreactiveJforceJ
fieldXJJournaldofdAnalyticaldanddApplieddPyrolysisVJ2014VJaZiVJgiWhi 6 92

301 MolecularJtynamicsJSimulationsJofJtheJ∕xidationJofJqluminumJ−anoparticlesJusingJtheJReaxvvJ
ReactiveJvorceJvieldXJJournaldofdPhysicaldChemistrydCVJ2015VJaaiVJaghgfWaghhf 3.8 91

300 MechanicalJpropertiesJofJamorphousJ°ixSiJalloysjJaJreactiveJforceJfieldJstudyXJModellingdandd
SimulationdindMaterialsdSciencedanddEngineeringVJ2013VJbaVJZgdZZb 2 91

299 ReaxvvJReactiveJvorceJvieldJStudyJofJtheJtissociationJofJWaterJonJTitaniaJSurfacesXJJournaldofd
PhysicaldChemistrydCVJ2013VJaagVJaZeehWaZegb 3.8 91

298 ynJsituJatomisticJinsightJintoJtheJgrowthJmechanismsJofJsingleJlayerJbtJtransitionJmetalJcarbidesXJ
NaturedCommunicationsVJ2018VJiVJbbff 17.4 89

297 tevelopmentJofJtheJReaxvvJreactiveJforceJfieldJforJmechanisticJstudiesJofJcatalyticJselectiveJ
oxidationJprocessesJonJriMo∕JxXJTopicsdindCatalysisVJ2006VJchVJic 2.3 89
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296 MolecularJdynamicsJsimulationsJofJlaserWinducedJincandescenceJofJsootJusingJanJextendedJReaxvvJ
reactiveJforceJfieldXJJournaldofdPhysicaldChemistrydAVJ2010VJaadVJabefaWgb 2.8 87

295 uxploringJtheJconformationalJandJreactiveJdynamicsJofJbiomoleculesJinJsolutionJusingJanJextendedJ
versionJofJtheJglycineJreactiveJforceJfieldXJPhysicaldChemistrydChemicaldPhysicsVJ2013VJaeVJaeZfbWgg 3.6 85

294 αhysicalJmechanismJofJanisotropicJsensitivityJinJpentaerythritolJtetranitrateJfromJ
compressiveWshearJreactionJdynamicsJsimulationsXJApplieddPhysicsdLettersVJ2010VJifVJZhaiah 3.4 83

293 ThermalJdecompositionJprocessJinJalgaenanJofJrotryococcusJbrauniiJraceJ°XJαartJbjJMolecularJ
dynamicsJsimulationsJusingJtheJReaxvvJreactiveJforceJfieldXJOrganicdGeochemistryVJ2009VJdZVJdafWdbg 3.1 82

292 qJdivideWandWconquerYcellularWdecompositionJframeworkJforJmillionWtoWbillionJatomJsimulationsJofJ
chemicalJreactionsXJComputationaldMaterialsdScienceVJ2007VJchVJfdbWfeb 3.2 82

291 StressJeffectsJonJtheJinitialJlithiationJofJcrystallineJsiliconJnanowiresjJreactiveJmolecularJdynamicsJ
simulationsJusingJReaxvvXJPhysicaldChemistrydChemicaldPhysicsVJ2015VJagVJchcbWdZ 3.6 80

290 ReaxvvJreactiveJforceJfieldJforJtheJYWdopedJraZr∕cJprotonJconductorJwithJapplicationsJtoJdiffusionJ
ratesJforJmultigranularJsystemsXJJournaldofdPhysicaldChemistrydAVJ2008VJaabVJaadadWbb 2.8 79

289
qtomisticWScaleJqnalysisJofJsarbonJsoatingJandJytsJuffectJonJtheJ∕xidationJofJqluminumJ
−anoparticlesJbyJReaxvvWMolecularJtynamicsJSimulationsXJJournaldofdPhysicaldChemistrydCVJ2016VJ
abZVJidfdWidgd

3.8 78

288 tevelopmentJofJaJReaxvvJreactiveJforceJfieldJforJtitaniumJdioxideYwaterJsystemsXJLangmuirVJ2013VJ
biVJghchWdf 4 77

287 ReaxvvJreactiveJforceJfieldJforJsolidJoxideJfuelJcellJsystemsJwithJapplicationJtoJoxygenJionJtransportJ
inJyttriaWstabilizedJzirconiaXJJournaldofdPhysicaldChemistrydAVJ2008VJaabVJcaccWdZ 2.8 77

286
uxplorationJofJtheJsonformationalJandJReactiveJtynamicsJofJwlycineJandJtiglycineJonJTi∕bjJ
somputationalJynvestigationsJinJtheJwasJαhaseJandJinJSolutionXJJournaldofdPhysicaldChemistrydCVJ2012
VJaafVJeadaWeaeZ

3.8 76

285 ThermalJpropertiesJofJfluorinatedJgrapheneXJPhysicaldReviewdBVJ2013VJhgVJ 3.3 75

284 somparisonJofJthermalJandJcatalyticJcrackingJofJaWhepteneJfromJReaxvvJreactiveJmolecularJ
dynamicsJsimulationsXJCombustiondanddFlameVJ2013VJafZVJgffWgge 5.3 73

283 MolecularWdynamicsWbasedJstudyJofJtheJcollisionsJofJhyperthermalJatomicJoxygenJwithJgrapheneJ
usingJtheJReaxvvJreactiveJforceJfieldXJJournaldofdPhysicaldChemistrydAVJ2011VJaaeVJacbfiWhZ 2.8 73

282 soupledJthermalJandJelectromagneticJinducedJdecompositionJinJtheJmolecularJexplosiveJ˛–xMXkJaJ
reactiveJmolecularJdynamicsJstudyXJJournaldofdPhysicaldChemistrydAVJ2014VJaahVJhheWie 2.8 72

281 xydroxylationJStructureJandJαrotonJTransferJReactivityJatJtheJZincJ∕xideâ��WaterJynterfaceXJJournald
ofdPhysicaldChemistrydCVJ2011VJaaeVJhegcWhegi 3.8 72

280 ynsightsJinJtheJplasmaWassistedJgrowthJofJcarbonJnanotubesJthroughJatomicJscaleJsimulationsjJ
effectJofJelectricJfieldXJJournaldofdthedAmericandChemicaldSocietyVJ2012VJacdVJabefWfZ 16.4 71

279 ReaxvvJMolecularJtynamicsJSimulationsJofJxydroxylationJ–ineticsJforJqmorphousJandJ−anoWSilicaJ
StructureVJandJytsJRelationsJwithJqtomicJStrainJunergyXJJournaldofdPhysicaldChemistrydCVJ2016VJabZVJcZeWcag3.8 70

(2016-2010)
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278 qJreactiveJforceJfieldJforJaqueousWcalciumJcarbonateJsystemsXJPhysicaldChemistrydChemicaldPhysicsVJ
2011VJacVJaffffWgi 3.6 66

277
MolecularJdynamicsJsimulationsJofJtheJeffectsJofJvacanciesJonJnickelJselfWdiffusionVJoxygenJ
diffusionJandJoxidationJinitiationJinJnickelVJusingJtheJReaxvvJreactiveJforceJfieldXJActadMaterialiaVJ
2015VJhcVJaZbWaab

8.4 65

276
qtomicJinsightJintoJtribochemicalJwearJmechanismJofJsiliconJatJtheJSiYSi∕bJinterfaceJinJaqueousJ
environmentjJMolecularJdynamicsJsimulationsJusingJReaxvvJreactiveJforceJfieldXJApplieddSurfaced
ScienceVJ2016VJciZVJbafWbbc

6.7 65

275 wlobalJoptimizationJofJparametersJinJtheJreactiveJforceJfieldJReaxvvJforJSi∕xXJJournaldofd
ComputationaldChemistryVJ2013VJcdVJbaghWhi 3.5 64

274 tevelopmentJofJaJReaxvvJpotentialJforJαdâ��∕JandJapplicationJtoJpalladiumJoxideJformationXJJournald
ofdChemicaldPhysicsVJ2013VJaciVJZddaZi 3.9 64

273
qtomicJynsightJintoJtheJ°ithiumJStorageJandJtiffusionJMechanismJofJSi∕bYqlb∕cJulectrodesJofJ
°ithiumJyonJratteriesjJReaxvvJReactiveJvorceJvieldJModelingXJJournaldofdPhysicaldChemistrydAVJ2016VJ
abZVJbaadWbg

2.8 64

272 ReactiveJMolecularJtynamicsJSimulationJofJvullereneJsombustionJSynthesisjJReaxvvJvsJtvTrJ
αotentialsXJJournaldofdChemicaldTheorydanddComputationVJ2011VJgVJbZdZWh 6.4 61

271
StructuralJfeaturesJofJδingdaoJpetroleumJcokeJfromJxRTuMJlatticeJfringesjJtistributionsJofJlengthVJ
orientationVJstackingVJcurvatureVJandJaJlargeWscaleJimageWguidedJctJatomisticJrepresentationXJ
CarbonVJ2018VJabiVJgiZWhZb

10.4 60

270
ReaxvvJReactiveJvorceJvieldJSimulationsJonJtheJynfluenceJofJTeflonJonJulectrolyteJtecompositionJ
duringJ°iYSWs−TJqnodeJtischargeJinJ°ithiumWSulfurJratteriesXJJournaldofdthedElectrochemicald
SocietyVJ2014VJafaVJucZZiWucZad

3.9 60

269 eReaxvvjJqJαseudoclassicalJTreatmentJofJuxplicitJulectronsJwithinJReactiveJvorceJvieldJSimulationsXJ
JournaldofdChemicaldTheorydanddComputationVJ2016VJabVJcdfcWgb 6.4 59

268 somplexityJofJyntercalationJinJMXenesjJtestabilizationJofJUreaJbyJTwoWtimensionalJTitaniumJ
sarbideXJJournaldofdthedAmericandChemicaldSocietyVJ2018VJadZVJaZcZeWaZcad 16.4 58

267 ReaxvvJReactiveJMolecularJtynamicsJSimulationJofJtheJxydrationJofJsuWSSZWacJZeoliteJandJtheJ
vormationJofJsuJtimersXJJournaldofdPhysicaldChemistrydCVJ2015VJaaiVJffghWffhf 3.8 57

266 tevelopmentJofJaJReaxvvJReactiveJvorceJvieldJforJveYsrY∕YSJandJqpplicationJtoJ∕xidationJofJ
rutaneJoverJaJαyriteWsoveredJsrb∕cJsatalystXJACSdCatalysisVJ2015VJeVJgbbfWgbcf 13.1 56

265 SecondWwenerationJReaxvvJWaterJvorceJvieldjJymprovementsJinJtheJtescriptionJofJWaterJtensityJ
andJ∕xWqnionJtiffusionXJJournaldofdPhysicaldChemistrydBVJ2017VJabaVJfZbaWfZcb 3.4 55

264 uffectsJofJWaterJonJTribochemicalJWearJofJSiliconJ∕xideJynterfacejJMolecularJtynamicsJRMtSJStudyJ
withJReactiveJvorceJvieldJRReaxvvSXJLangmuirVJ2016VJcbVJaZahWbf 4 55

263 ∕xidationWassistedJductilityJofJaluminiumJnanowiresXJNaturedCommunicationsVJ2014VJeVJciei 17.4 55

262
TheJReaxvvJMonteJsarloJreactiveJdynamicsJmethodJforJpredictingJatomisticJstructuresJofJ
disorderedJceramicsjJapplicationJtoJtheJMoRcSV∕RxSJcatalystXJAngewandtedChemiedsdInternationald
EditionVJ2009VJdhVJgfcZWd

16.4 55

261 MechanicalJresponseJofJallWMoSbJsingleWlayerJheterostructuresjJaJReaxvvJinvestigationXJPhysicald
ChemistrydChemicaldPhysicsVJ2016VJahVJbcfieWgZa 3.6 55
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260 StructuresVJMechanismsVJandJ–ineticsJofJSelectiveJqmmoxidationJandJ∕xidationJofJαropaneJoverJ
MultiWmetalJ∕xideJsatalystsXJTopicsdindCatalysisVJ2008VJeZVJbWah 2.3 54

259 qtomisticJScaleJqnalysisJofJtheJsarbonizationJαrocessJforJsYxY∕Y−WrasedJαolymersJwithJtheJReaxvvJ
ReactiveJvorceJvieldXJJournaldofdPhysicaldChemistrydBVJ2019VJabcVJecegWecfg 3.4 53

258 qtomicallyJthinJhalfWvanJderJWaalsJmetalsJenabledJbyJconfinementJheteroepitaxyXJNaturedMaterialsVJ
2020VJaiVJfcgWfdc 27 53

257 ∕xygenJynteractionsJwithJSilicaJSurfacesjJsoupledJslusterJandJtensityJvunctionalJynvestigationJandJ
theJtevelopmentJofJaJ−ewJReaxvvJαotentialXJJournaldofdPhysicaldChemistrydCVJ2013VJaagVJbehWbfi 3.8 53

256 qcceleratedJReaxvvJSimulationsJforJtescribingJtheJReactiveJsrossW°inkingJofJαolymersXJJournaldofd
PhysicaldChemistrydAVJ2018VJabbVJffccWffdb 2.8 52

255 tevelopmentJandJvalidationJofJaJReaxvvJreactiveJforceJfieldJforJveYqlY−iJalloysjJmolecularJdynamicsJ
studyJofJelasticJconstantsVJdiffusionVJandJsegregationXJJournaldofdPhysicaldChemistrydAVJ2012VJaafVJabafcWgd2.8 51

254 ReactiveJMolecularJtynamicsJStudiesJofJtMMαJqdsorptionJandJReactivityJonJqmorphousJSilicaJ
SurfacesXJJournaldofdPhysicaldChemistrydCVJ2010VJaadVJahhidWahiZb 3.8 51

253 StructuresVJunergeticsVJandJReactionJrarriersJforJsxxJroundJtoJtheJ−ickelJRaaaSJSurfaceXJJournaldofd
PhysicaldChemistrydCVJ2009VJaacVJbZbiZWbZcZf 3.8 51

252 ymprovementJofJtheJReaxvvJtescriptionJforJvunctionalizedJxydrocarbonYWaterJWeakJynteractionsJ
inJtheJsondensedJαhaseXJJournaldofdPhysicaldChemistrydBVJ2018VJabbVJdZhcWdZib 3.4 50

251 MultiscaleJcomputationalJunderstandingJandJgrowthJofJbtJmaterialsjJaJreviewXJNpjdComputationald
MaterialsVJ2020VJfVJ 10.9 49

250 sonnectivityWrasedJαarallelJReplicaJtynamicsJforJshemicallyJReactiveJSystemsjJvromJvemtosecondsJ
toJMicrosecondsXJJournaldofdPhysicaldChemistrydLettersVJ2013VJdVJcgibWcgig 6.4 49

249 VariableJchargeJmanyWbodyJinteratomicJpotentialsXJMRSdBulletinVJ2012VJcgVJeZdWeab 3.2 48

248 RoleJofJSiteJStabilityJinJMethaneJqctivationJonJαdxseaâ��x∕˛·JSurfacesXJACSdCatalysisVJ2015VJeVJfahgWfaii 13.1 47

247 ReaxvvJReactiveJMolecularJtynamicsJSimulationJofJvunctionalizedJαolyRphenyleneJoxideSJqnionJ
uxchangeJMembraneXJJournaldofdPhysicaldChemistrydCVJ2015VJaaiVJbggbgWbggcf 3.8 47

246 tevelopmentJofJaJReaxvvJreactiveJforceJfieldJforJaqueousJchlorideJandJcopperJchlorideXJJournaldofd
PhysicaldChemistrydAVJ2010VJaadVJceefWfh 2.8 47

245 TribochemistryJofJαhosphoricJqcidJShearedJbetweenJδuartzJSurfacesjJqJReactiveJMolecularJ
tynamicsJStudyXJJournaldofdPhysicaldChemistrydCVJ2013VJaagVJbefZdWbefad 3.8 46

244 qtomisticJmechanismsJofJSiJchemicalJmechanicalJpolishingJinJaqueousJxb∕bjJReaxvvJreactiveJ
molecularJdynamicsJsimulationsXJComputationaldMaterialsdScienceVJ2017VJacaVJbcZWbch 3.2 45

243
wrotthussJversusJVehicularJTransportJofJxydroxideJinJqnionWuxchangeJMembranesjJynsightJfromJ
sombinedJReactiveJandJ−onreactiveJMolecularJSimulationsXJJournaldofdPhysicaldChemistrydLettersVJ
2018VJiVJhbeWhbi

6.4 45

(2018-2008)
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242 ReductiveJtecompositionJReactionsJofJuthyleneJsarbonateJbyJuxplicitJulectronJTransferJfromJ
°ithiumjJqnJeReaxvvJMolecularJtynamicsJStudyXJJournaldofdPhysicaldChemistrydCVJ2016VJabZVJbgabhWbgacd3.8 45

241 TunableJnanomechanicsJofJproteinJdisulfideJbondsJinJredoxJmicroenvironmentsXJJournaldofdthed
MechanicaldBehaviordofdBiomedicaldMaterialsVJ2012VJeVJcbWdZ 4.1 45

240 ReactiveJMolecularJtynamicsjJ−umericalJMethodsJandJqlgorithmicJTechniquesXJSIAMdJournaldofd
ScientificdComputingVJ2012VJcdVJsaWsbc 2.6 45

239
MolecularJdynamicsJsimulationsJofJtheJinteractionsJbetweenJTi∕bJnanoparticlesJandJwaterJwithJ
−aUJandJslâ��VJmethanolVJandJformicJacidJusingJaJreactiveJforceJfieldXJJournaldofdMaterialsdResearchVJ
2013VJbhVJeacWebZ

2.5 44

238 TribochemicalJmechanismJofJamorphousJsilicaJasperitiesJinJaqueousJenvironmentjJaJreactiveJ
molecularJdynamicsJstudyXJLangmuirVJ2015VJcaVJadbiWcf 4 43

237 ReactiveJvorceJvieldJStudyJofJ°iYsJSystemsJforJulectricalJunergyJStorageXJJournaldofdChemicaldTheoryd
anddComputationVJ2015VJaaVJbaefWff 6.4 42

236 αyrolysisJofJbinaryJfuelJmixturesJatJsupercriticalJconditionsjJqJReaxvvJmolecularJdynamicsJstudyXJ
FuelVJ2019VJbceVJaidWbZg 7.1 42

235 sanJWeJsontrolJtheJThicknessJofJUltrathinJSilicaJ°ayersJbyJxyperthermalJSiliconJ∕xidationJatJRoomJ
TemperatureoXJJournaldofdPhysicaldChemistrydCVJ2011VJaaeVJbdhciWbdhdh 3.8 42

234 tevelopmentJofJaJReaxvvJReactiveJvorceJvieldJforJ−aSi∕xYWaterJSystemsJandJytsJqpplicationJtoJ
SodiumJandJαrotonJSelfWtiffusionXJJournaldofdPhysicaldChemistrydCVJ2018VJabbVJaifacWaifbd 3.8 41

233 ReaxvvJmolecularJdynamicsJsimulationJofJthermalJstabilityJofJaJsucRrTsSbJmetalWorganicJ
frameworkXJPhysicaldChemistrydChemicaldPhysicsVJ2012VJadVJaacbgWcb 3.6 41

232 wrapheneJreinforcedJcarbonJfibersXJSciencedAdvancesVJ2020VJfVJeaazdaia 14.3 40

231 ynteractionsJofJhydrogenJwithJtheJironJandJironJcarbideJinterfacesjJaJReaxvvJmolecularJdynamicsJ
studyXJPhysicaldChemistrydChemicaldPhysicsVJ2016VJahVJgfaWga 3.6 40

230 TheoreticalJynvestigationJofJxydrogenJqdsorptionJandJtissociationJonJyronJandJyronJsarbideJ
SurfacesJUsingJtheJReaxvvJReactiveJvorceJvieldJMethodXJTopicsdindCatalysisVJ2012VJeeVJciaWdZa 2.3 40

229 SurfaceJrucklingJandJSubsurfaceJ∕xygenjJqtomisticJynsightsJintoJtheJSurfaceJ∕xidationJofJαtRaaaSXJ
ChemPhysChemVJ2015VJafVJbgigWbhZb 3.2 39

228 qJreactiveJforceJfieldJforJlithiumâ��aluminumJsilicatesJwithJapplicationsJtoJeucryptiteJphasesXJ
ModellingdanddSimulationdindMaterialsdSciencedanddEngineeringVJ2012VJbZVJZaeZZb 2 39

227 qJReaxvvJynvestigationJofJxydrideJvormationJinJαalladiumJ−anoclustersJviaJMonteJsarloJandJ
MolecularJtynamicsJSimulationsXJJournaldofdPhysicaldChemistrydCVJ2014VJaahVJdifgWdiha 3.8 38

226 qtomisticJynsightsJintoJ−ucleationJandJvormationJofJxexagonalJroronJ−itrideJonJ−ickelJfromJ
virstWαrinciplesWrasedJReactiveJMolecularJtynamicsJSimulationsXJACSdNanoVJ2017VJaaVJceheWceif 16.7 37

225 ModelingJofJmolecularJnitrogenJcollisionsJandJdissociationJprocessesJforJdirectJsimulationJMonteJ
sarloXJJournaldofdChemicaldPhysicsVJ2014VJadaVJbcdcZg 3.9 37
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224 ∕xidationJinducedJsofteningJinJqlJnanowiresXJApplieddPhysicsdLettersVJ2013VJaZbVJZeaiab 3.4 36

223 ynvestigationJofJsomplexJyronJSurfaceJsatalyticJshemistryJUsingJtheJReaxvvJReactiveJvorceJvieldJ
MethodXJJomVJ2012VJfdVJadbfWadcg 2.1 36

222 ReactiveJmolecularJdynamicsJstudyJofJchlorideJionJinteractionJwithJcopperJoxideJsurfacesJinJ
aqueousJmediaXJACSdApplieddMaterialsdjamp;dInterfacesVJ2012VJdVJabbeWcb 9.5 36

221 sharacterizationJofJtheJactiveJsiteJofJyeastJR−qJpolymeraseJyyJbyJtvTJandJReaxvvJcalculationsXJ
TheoreticaldChemistrydAccountsVJ2008VJabZVJdgiWdhi 1.9 36

220 ReaxvvJαarameterJ∕ptimizationJwithJMonteWsarloJandJuvolutionaryJqlgorithmsjJwuidelinesJandJ
ynsightsXJJournaldofdChemicaldTheorydanddComputationVJ2019VJaeVJfgiiWfhab 6.4 35

219 ynfluenceJofJmetalJionsJintercalationJonJtheJvibrationalJdynamicsJofJwaterJconfinedJbetweenJ
MXeneJlayersXJPhysicaldReviewdMaterialsVJ2017VJaVJ 3.2 35

218 ModelingJxighJRateJympactJSensitivityJofJαerfectJRtXJandJxMXJsrystalsJbyJReaxvvJReactiveJ
tynamicsXJJournaldofdEnergeticdMaterialsVJ2010VJbhVJibWabg 1.6 34

217 tevelopmentJofJaJReaxvvJReactiveJvorceJvieldJforJtheJαtW−iJqlloyJsatalystXJJournaldofdPhysicald
ChemistrydAVJ2016VJabZVJhZddWhZee 2.8 34

216
ReaxvvJbasedJmolecularJdynamicsJsimulationsJofJignitionJfrontJpropagationJinJhydrocarbonYoxygenJ
mixturesJunderJhighJtemperatureJandJpressureJconditionsXJPhysicaldChemistrydChemicaldPhysicsVJ
2017VJaiVJeZZdWeZag

3.6 33

215 ModelingJtheJshangeJofJwreenJsokeJtoJsalcinedJsokeJUsingJδingdaoJxighWSulfurJαetroleumJsokeXJ
Energydjamp;dFuelsVJ2015VJbiVJccdeWcceb 4.1 33

214 αhaseJtransitionsJofJorderedJiceJinJgrapheneJnanocapillariesJandJcarbonJnanotubesXJScientificd
ReportsVJ2018VJhVJchea 4.9 33

213 ReactiveJadsorptionJofJammoniaJandJammoniaYwaterJonJsurTsJmetalWorganicJframeworkjJaJReaxvvJ
molecularJdynamicsJsimulationXJJournaldofdChemicaldPhysicsVJ2013VJachVJZcdaZb 3.9 33

212 tevelopmentJofJaJtransferableJreactiveJforceJfieldJforJcobaltXJJournaldofdPhysicaldChemistrydAVJ2010VJ
aadVJeheeWfa 2.8 33

211 sompetingVJsoverageWtependentJtecompositionJαathwaysJforJsbxyJSpeciesJonJ−ickelJRaaaSXJ
JournaldofdPhysicaldChemistrydCVJ2010VJaadVJbZZbhWbZZda 3.8 33

210 SurfaceJReactivityJandJ°eachingJofJaJSodiumJSilicateJwlassJunderJanJqqueousJunvironmentjJqJ
ReaxvvJMolecularJtynamicsJStudyXJJournaldofdPhysicaldChemistrydCVJ2019VJabcVJaefZfWaefag 3.8 32

209 uffectJofJhighWtemperatureJpyrolysisJonJtheJstructureJandJpropertiesJofJcoalJandJpetroleumJcokeXJ
JournaldofdAnalyticaldanddApplieddPyrolysisVJ2016VJaagVJfdWga 6 31

208 ynfluenceJofJsurfaceJorientationJandJdefectsJonJearlyWstageJoxidationJandJultrathinJoxideJgrowthJonJ
pureJcopperXJPhilosophicaldMagazineVJ2011VJiaVJdZgcWdZhh 1.6 31

207 ReaxvvJsimulationsJofJpetroleumJcokeJsulfurJremovalJmechanismsJduringJpyrolysisJandJ
combustionXJCombustiondanddFlameVJ2018VJaihVJadfWaeg 5.3 31

(2018-2013)
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206 ReaxvvJSimulationsJofJ°aserWynducedJwrapheneJR°ywSJvormationJforJMultifunctionalJαolymerJ
−anocompositesXJACSdApplieddNanodMaterialsVJ2020VJcVJahhaWahiZ 5.6 30

205 SelfWweakeningJinJlithiatedJgrapheneJelectrodesXJChemicaldPhysicsdLettersVJ2013VJefcVJehWfb 2.5 30

204 shemomechanicsJcontrolJofJtearingJpathsJinJgrapheneXJPhysicaldReviewdBVJ2012VJheVJ 3.3 30

203 unablingJsomputationalJtesignJofJZyvsJUsingJReaxvvXJJournaldofdPhysicaldChemistrydBVJ2018VJabbVJifafWifbd3.4 30

202 StrongJthermalJtransportJalongJpolycrystallineJtransitionJmetalJdichalcogenidesJrevealedJbyJ
multiscaleJmodelingJforJMoSbXJApplieddMaterialsdTodayVJ2017VJgVJfgWgf 6.6 29

201 −anoporesJofJcarbonJnanotubesJasJpracticalJhydrogenJstorageJmediaXJApplieddPhysicsdLettersVJ2005VJ
hgVJbacaac 3.4 29

200 xydroxideJtransportJandJchemicalJdegradationJinJanionJexchangeJmembranesjJaJcombinedJreactiveJ
andJnonWreactiveJmolecularJsimulationJstudyXJJournaldofdMaterialsdChemistrydAVJ2019VJgVJeddbWedeb 13 28

199 UnderstandingJtheJinfluenceJofJdefectsJandJsurfaceJchemistryJonJferroelectricJswitchingjJaJReaxvvJ
investigationJofJraTi∕XJPhysicaldChemistrydChemicaldPhysicsVJ2019VJbaVJahbdZWahbdi 3.6 28

198 vullerenesJgeneratedJfromJporousJstructuresXJPhysicaldChemistrydChemicaldPhysicsVJ2014VJafVJbeeaeWbb 3.6 28

197 somparingJhydrothermalJsinteringJandJcoldJsinteringJprocessjJMechanismsVJmicrostructureVJkineticsJ
andJchemistryXJJournaldofdthedEuropeandCeramicdSocietyVJ2020VJdZVJacabWacbd 6 28

196 ynvestigationJofJmethaneJoxidationJbyJpalladiumWbasedJcatalystJviaJReaxvvJMolecularJtynamicsJ
simulationXJProceedingsdofdthedCombustiondInstituteVJ2017VJcfVJdcciWdcdf 5.9 27

195 ModelingJtheJsorptionJdynamicsJofJ−axJusingJaJreactiveJforceJfieldXJJournaldofdChemicaldPhysicsVJ
2008VJabhVJafdgad 3.9 27

194 soWtreatmentJofJspentJcathodeJcarbonJinJcausticJandJacidJleachingJprocessJunderJultrasonicJ
assistedJforJpreparationJofJSisXJUltrasonicsdSonochemistryVJ2018VJdaVJfZhWfah 8.9 27

193 uffectJofJchemicalJstructureJonJthermoWmechanicalJpropertiesJofJepoxyJpolymersjJsomparisonJofJ
acceleratedJReaxvvJsimulationsJandJexperimentsXJPolymerVJ2018VJaehVJcedWcfc 3.9 27

192 sathodicJsorrosionJatJtheJrismuthâ��yonicJ°iquidJulectrolyteJynterfaceJunderJsonditionsJforJs∕bJ
ReductionXJChemistrydofdMaterialsVJ2018VJcZVJbcfbWbcgc 9.6 26

191 °iquefactionJofJxbJmoleculesJuponJexteriorJsurfacesJofJcarbonJnanotubeJbundlesXJApplieddPhysicsd
LettersVJ2005VJhfVJbZcaZh 3.4 26

190 ynactivationJofJtheJundotoxicJriomoleculeJ°ipidJqJbyJ∕xygenJαlasmaJSpeciesjJqJReactiveJMolecularJ
tynamicsJStudyXJPlasmadProcessesdanddPolymersVJ2015VJabVJafbWaga 3.4 25

189 qtomisticWscaleJinsightsJintoJtheJcrosslinkingJofJpolyethyleneJinducedJbyJperoxidesXJPolymerVJ2019VJ
ahcVJabaiZa 3.9 25
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188 MultiWscaleJmodelingJofJgasWphaseJreactionsJinJmetalWorganicJchemicalJvaporJdepositionJgrowthJofJ
WSebXJJournaldofdCrystaldGrowthVJ2019VJebgVJabebdg 1.6 25

187 ReaxvvJReactiveJvorceWvieldJModelingJofJtheJTripleWαhaseJroundaryJinJaJSolidJ∕xideJvuelJsellXJ
JournaldofdPhysicaldChemistrydLettersVJ2014VJeVJdZciWdc 6.4 25

186 °ithiationJinducedJcorrosiveJfractureJinJdefectiveJcarbonJnanotubesXJApplieddPhysicsdLettersVJ2013VJ
aZcVJaeciZa 3.4 25

185 tevelopmentJofJaJReaxvvJdescriptionJofJgoldJoxidesJandJinitialJapplicationJtoJcoldJweldingJofJ
partiallyJoxidizedJgoldJsurfacesXJJournaldofdMaterialsdChemistryVJ2010VJbZVJaZdca 25

184
ReaxvvJMolecularJtynamicsJStudyJonJtheJynfluenceJofJTemperatureJonJqdsorptionVJtesorptionVJandJ
tecompositionJatJtheJqceticJqcidYWaterYZn∕RaZaJZSJynterfaceJunablingJsoldJSinteringXJACSdAppliedd
Materialsdjamp;dInterfacesVJ2018VJaZVJcggagWcggbd

9.5 25

183 ReductionJandJtesulfurizationJofJαetroleumJsokeJinJqmmoniaJandJTheirJThermodynamicsXJEnergyd
jamp;dFuelsVJ2016VJcZVJccheWccia 4.1 24

182 tevelopmentJofJaJReaxvvJreactiveJforceJfieldJforJintrinsicJpointJdefectsJinJtitaniumJdioxideXJ
ComputationaldMaterialsdScienceVJ2014VJieVJegiWeia 3.2 24

181 ModelingJandJinJSituJαrobingJofJSurfaceJReactionsJinJqtomicJ°ayerJtepositionXJACSdAppliedd
Materialsdjamp;dInterfacesVJ2017VJiVJaehdhWaehef 9.5 23

180 vromJcelluloseJtoJkerogenjJmolecularJsimulationJofJaJgeologicalJprocessXJChemicaldScienceVJ2017VJhVJhcbeWhcce9.4 23

179 renchmarkJofJReaxvvJforceJfieldJforJsubcriticalJandJsupercriticalJwaterXJJournaldofdChemicaldPhysicsVJ
2018VJadhVJbcdeZc 3.9 23

178 SimulationsJonJtheJeffectsJofJconfinementJandJ−iWcatalysisJonJtheJformationJofJtubularJfullereneJ
structuresJfromJpeapodJprecursorsXJPhysicaldReviewdBVJ2007VJgeVJ 3.3 23

177 αredictingJcostWeffectiveJcarbonJfiberJprecursorsjJUnravelingJtheJfunctionalitiesJofJoxygenJandJ
nitrogenWcontainingJgroupsJduringJcarbonizationJfromJReaxvvJsimulationsXJCarbonVJ2020VJaeiVJbeWcf 10.4 23

176 uffectsJofJoxidationJonJtensileJdeformationJofJironJnanowiresjJynsightsJfromJreactiveJmolecularJ
dynamicsJsimulationsXJJournaldofdApplieddPhysicsVJ2016VJabZVJaceaZd 2.5 23

175 ReaxvvJreactiveJmolecularJdynamicsJsimulationsJtoJstudyJtheJinterfacialJdynamicsJbetweenJ
defectiveJhWr−JnanosheetsJandJwaterJnanodropletsXJPhysicaldChemistrydChemicaldPhysicsVJ2021VJbcVJaZhbbWaZhcd3.6 23

174 SurfaceJ∕rientationJandJTemperatureJuffectsJonJtheJynteractionJofJSiliconJwithJWaterjJMolecularJ
tynamicsJSimulationsJUsingJReaxvvJReactiveJvorceJvieldXJJournaldofdPhysicaldChemistrydAVJ2017VJabaVJehgWeid2.8 22

173 WaterWMediatedJSurfaceJtiffusionJMechanismJunablesJtheJsoldJSinteringJαrocessjJqJsombinedJ
somputationalJandJuxperimentalJStudyXJAngewandtedChemiedsdInternationaldEditionVJ2019VJehVJabdbZWabdbd16.4 22

172 tevelopmentJofJaJReaxvvJreactiveJforceJfieldJforJSiYweYxJsystemsJandJapplicationJtoJatomicJ
hydrogenJbombardmentJofJSiVJweVJandJSiweJRaZZSJsurfacesXJSurfacedScienceVJ2016VJfdfVJbecWbfZ 1.8 21

171 αredictionJofJtheJwlassJTransitionJTemperaturesJofJZeoliticJymidazolateJwlassesJthroughJ
TopologicalJsonstraintJTheoryXJJournaldofdPhysicaldChemistrydLettersVJ2018VJiVJfiheWfiiZ 6.4 21

(2018-2019)
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170 uffectsJofJinterlayerJconfinementJandJhydrationJonJcapacitiveJchargeJstorageJinJbirnessiteXJNatured
MaterialsVJ2021VJbZVJafhiWafid 27 21

169 yntegratedJatomisticJchemicalJimagingJandJreactiveJforceJfieldJmolecularJdynamicJsimulationsJonJ
siliconJoxidationXJApplieddPhysicsdLettersVJ2015VJaZfVJZaafZb 3.4 20

168 vrictionWinducedJsubsurfaceJdensificationJofJglassJatJcontactJstressJfarJbelowJindentationJdamageJ
thresholdXJActadMaterialiaVJ2020VJahiVJaffWagc 8.4 20

167 °argeWscaleJreactiveJmolecularJdynamicsJsimulationJandJkineticJmodelingJofJhighWtemperatureJ
pyrolysisJofJtheJwloeocapsomorphapriscaJmicrofossilsXJJournaldofdPhysicaldChemistrydBVJ2014VJaahVJfcZbWae3.4 20

166 ReaxvvWbasedJmolecularJdynamicsJstudyJofJbioWderivedJpolycyclicJalkanesJasJpotentialJalternativeJ
jetJfuelsXJFuelVJ2020VJbgiVJaahedh 7.1 20

165 °owWtemperatureJcarbonizationJofJpolyacrylonitrileYgrapheneJcarbonJfibersjJqJcombinedJReaxvvJ
molecularJdynamicsJandJexperimentalJstudyXJCarbonVJ2021VJagdVJcdeWcef 10.4 20

164 WaferWScaleJ°ateralJSelfWqssemblyJofJMosaicJTisTJMXeneJMonolayerJvilmsXJACSdNanoVJ2021VJaeVJfbeWfcf 16.7 20

163 sarbonJstructureJandJtheJresultingJgraphitizabilityJuponJoxygenJevolutionXJCarbonVJ2018VJaceVJagaWagi 10.4 19

162 teterminingJinJsituJphasesJofJaJnanoparticleJcatalystJviaJgrandJcanonicalJMonteJsarloJsimulationsJ
withJtheJReaxvvJpotentialXJCatalysisdCommunicationsVJ2014VJebVJgbWgg 3.2 19

161 SimulationJofJtitaniumJmetalYtitaniumJdioxideJetchingJwithJchlorineJandJhydrogenJchlorideJgasesJ
usingJtheJReaxvvJreactiveJforceJfieldXJJournaldofdPhysicaldChemistrydAVJ2013VJaagVJefeeWfc 2.8 19

160 tevelopmentJofJtheJReaxvvJMethodologyJforJulectrolyteWWaterJSystemsXJJournaldofdPhysicald
ChemistrydAVJ2019VJabcVJbabeWbada 2.8 19

159 WeakeningJeffectJofJnickelJcatalystJparticlesJonJtheJmechanicalJstrengthJofJtheJcarbonJ
nanotubeYcarbonJfiberJjunctionXJCarbonVJ2017VJaaeVJehiWeii 10.4 18

158 qtomisticJunderstandingJofJsurfaceJwearJprocessJofJsodiumJsilicateJglassJinJdryJversusJhumidJ
environmentsXJJournaldofdthedAmericandCeramicdSocietyVJ2020VJaZcVJcZfZWcZfi 3.8 18

157 ReaxvvJmolecularJdynamicsJsimulationJofJintermolecularJstructureJformationJinJaceticJacidWwaterJ
mixturesJatJelevatedJtemperaturesJandJpressuresXJJournaldofdChemicaldPhysicsVJ2018VJadhVJafdeZf 3.9 18

156 ModificationJofJqctiveJSitesJonJYSZRaaaSJbyJYttriaJSegregationXJJournaldofdPhysicaldChemistrydCVJ2010
VJaadVJeiiZWeiif 3.8 18

155 RoleJofJsurfaceJoxidationJonJtheJsizeJdependentJmechanicalJpropertiesJofJnickelJnanowiresjJaJ
ReaxvvJmolecularJdynamicsJstudyXJPhysicaldChemistrydChemicaldPhysicsVJ2017VJbZVJbhdWbih 3.6 18

154 ReactiveJvorceJvieldJforJ°iquidJxydrazoicJqcidJwithJqpplicationsJtoJtetonationJshemistryXJJournald
ofdPhysicaldChemistrydCVJ2016VJabZVJdgddWdgeb 3.8 17

153 tynamicsJandJkineticsJofJreversibleJhomoWmolecularJdimerizationJofJpolycyclicJaromaticJ
hydrocarbonsXJJournaldofdChemicaldPhysicsVJ2017VJadgVJbddcZe 3.9 17
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152 uffectJofJsulfurJimpurityJonJcokeJreactivityJandJitsJmechanismXJTransactionsdofdNonferrousdMetalsd
SocietydofdChinaVJ2014VJbdVJcgZbWcgZi 3.3 17

151 −umericalJsimulationsJofJyieldWbasedJsootingJtendenciesJofJaromaticJfuelsJusingJReaxvvJmolecularJ
dynamicsXJFuelVJ2020VJbfbVJaafede 7.1 17

150 RecentJqdvancesJforJymprovingJtheJqccuracyVJTransferabilityVJandJufficiencyJofJReactiveJvorceJ
vieldsXJJournaldofdChemicaldTheorydanddComputationVJ2021VJagVJcbcgWcbea 6.4 17

149 ThiophenicJSulfurJTransformationJinJaJsarbonJqnodeJduringJtheJqluminumJulectrolysisJαrocessXJ
Energydjamp;dFuelsVJ2017VJcaVJdeciWdedg 4.1 16

148 SearchingJforJcorrelationsJbetweenJvibrationalJspectralJfeaturesJandJstructuralJparametersJofJ
silicateJglassJnetworkXJJournaldofdthedAmericandCeramicdSocietyVJ2020VJaZcVJcegeWcehi 3.8 16

147 somparativeJmolecularJdynamicsJstudyJofJfccWqlJhydrogenJembrittlementXJCorrosiondScienceVJ2015VJ
ihVJdZWdi 6.8 16

146
MultiscaleJModelingJofJStructureVJTransportJandJReactivityJinJqlkalineJvuelJsellJMembranesjJ
sombinedJsoarseWwrainedVJqtomisticJandJReactiveJMolecularJtynamicsJSimulationsXJPolymersVJ2018
VJaZVJ

4.5 16

145
qdvancementsJinJtheJSynthesisJofJruildingJrlockJMaterialsjJuxperimentalJuvidenceJandJModeledJ
ynterpretationsJofJtheJuffectJofJ−aJandJ–JonJymogoliteJSynthesisXJJournaldofdPhysicaldChemistrydCVJ
2017VJabaVJabfehWabffh

3.8 15

144 °ithiumWelectrolyteJsolvationJandJreactionJinJtheJelectrolyteJofJaJlithiumJionJbatteryjJqJReaxvvJ
reactiveJforceJfieldJstudyXJJournaldofdChemicaldPhysicsVJ2020VJaebVJahdcZa 3.9 15

143 UnveilingJsarbonJRingJStructureJvormationJMechanismsJinJαolyacrylonitrileWterivedJsarbonJvibersXJ
ACSdApplieddMaterialsdjamp;dInterfacesVJ2019VJaaVJdbbhhWdbbig 9.5 15

142 StructuralJfeaturesJofJsodiumJsilicateJglassesJfromJreactiveJforceJfieldWbasedJmolecularJdynamicsJ
simulationsXJJournaldofdthedAmericandCeramicdSocietyVJ2020VJaZcVJafZZWafad 3.8 15

141 RamanJspectroscopyJrevealingJnobleJgasJadsorptionJonJsingleWwalledJcarbonJnanotubeJbundlesXJ
CarbonVJ2018VJabgVJcabWcai 10.4 15

140
ysotopeJuffectsJinJWaterjJtifferencesJofJStructureVJtynamicsVJSpectrumVJandJαrotonJTransportJ
betweenJxeavyJandJ°ightJWaterJfromJReaxvvJReactiveJvorceJvieldJSimulationsXJJournaldofdPhysicald
ChemistrydLettersVJ2018VJiVJeddeWedeb

6.4 15

139 vullWScaleJqbJynitioJSimulationJofJMagicWqngleWSpinningJtynamicJ−uclearJαolarizationXJJournaldofd
PhysicaldChemistrydLettersVJ2020VJaaVJefeeWeffZ 6.4 14

138 tevelopmentJofJaJReaxvvJvorceJvieldJforJsuYSYsYxJandJReactiveJMtJSimulationsJofJMethylJThiolateJ
tecompositionJonJsuJRaZZSXJJournaldofdPhysicaldChemistrydBVJ2018VJabbVJhhhWhif 3.4 14

137 tevelopmentJofJaJReaxvvJreactiveJforceJfieldJforJlithiumJionJconductingJsolidJelectrolyteJ°iqlTiRα∕SJ
R°qTαSXJPhysicaldChemistrydChemicaldPhysicsVJ2018VJbZVJbbacdWbbadg 3.6 14

136 ∕xyhydroxideJofJmetallicJnanowiresJinJaJmolecularJx∕JandJx∕JenvironmentJandJtheirJeffectsJonJ
mechanicalJpropertiesXJPhysicaldChemistrydChemicaldPhysicsVJ2018VJbZVJagbhiWagcZc 3.6 14

135
qtomisticJynsightsJintoJsuJshemicalJMechanicalJαolishingJMechanismJinJqqueousJxydrogenJ
αeroxideJandJwlycinejJReaxvvJReactiveJMolecularJtynamicsJSimulationsXJJournaldofdPhysicald
ChemistrydCVJ2019VJabcVJbfdfgWbfdgd

3.8 14

(2019-2014)
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134 ReactiveJmolecularJdynamicsJstudyJofJMoWbasedJalloysJunderJhighWpressureVJhighWtemperatureJ
conditionsXJJournaldofdApplieddPhysicsVJ2012VJaabVJZaceaa 2.5 14

133 ynvestigatingJstructureJpropertyJrelationsJofJpolyJRpWphenyleneJterephthalamideSJfibersJviaJreactiveJ
molecularJdynamicsJsimulationsXJPolymerVJ2018VJaedVJagbWaha 3.9 14

132 MechanicalJsizeJeffectsJofJamorphousJpolymerWderivedJceramicsJatJtheJnanoscalejJexperimentsJandJ
ReaxvvJsimulationsXJNanoscaleVJ2019VJaaVJgddgWgdef 7.7 13

131 tevelopmentJofJaJshargeWymplicitJReaxvvJαotentialJforJxydrocarbonJSystemsXJJournaldofdPhysicald
ChemistrydLettersVJ2018VJiVJceiWcfc 6.4 13

130 xydrogenationJandJdefectJformationJcontrolJtheJstrengthJandJductilityJofJMoSbJnanosheetsjJ
ReactiveJmolecularJdynamicsJsimulationXJExtremedMechanicsdLettersVJ2018VJbbVJaegWafd 3.9 13

129 ThermalJStabilityJofJ∕rganicJMonolayersJwraftedJtoJSiRaaaSjJynsightsJfromJReaxvvJReactiveJ
MolecularJtynamicsJSimulationsXJACSdApplieddMaterialsdjamp;dInterfacesVJ2017VJiVJcZifiWcZiha 9.5 13

128 sonformationalJstudiesJofJligandWtemplateJassembliesJandJtheJconsequencesJforJencapsulationJofJ
rhodiumJcomplexesJandJhydroformylationJcatalysisXJCatalysisdSciencedanddTechnologyVJ2013VJcVJaiee 5.5 13

127
somparisonJofJcalculatedJequilibriumJmixturesJofJalkylnaphthalenesJandJalkylphenanthrenesJwithJ
experimentalJandJsedimentaryJdatakJtheJimportanceJofJentropyJcalculationsXJOrganicdGeochemistryVJ
1997VJbfVJbgeWbhZ

3.1 13

126 TwoWdimensionalJhybridJorganicâ��inorganicJperovskitesJasJemergentJferroelectricJmaterialsXJJournald
ofdApplieddPhysicsVJ2020VJabhVJZfZiZf 2.5 13

125 ReactiveJMolecularJtynamicsJSimulationsJofJtheJqtomicJ∕xygenJympactJonJupoxiesJwithJtifferentJ
shemistriesXJJournaldofdPhysicaldChemistrydCVJ2019VJabcVJaeadeWaeaef 3.8 12

124 αredictingJtheJpreferredJmorphologyJofJhexagonalJboronJnitrideJdomainJstructureJonJnickelJfromJ
ReaxvvWbasedJmolecularJdynamicsJsimulationsXJNanoscaleVJ2019VJaaVJefZgWefaf 7.7 12

123 uffectsJofJwaterJonJtheJmechanicalJpropertiesJofJsilicaJglassJusingJmolecularJdynamicsXJActad
MaterialiaVJ2019VJaghVJcfWdd 8.4 12

122 RoadmapJforJdensificationJinJcoldJsinteringjJshemicalJpathwaysXJOpendCeramicsVJ2020VJbVJaZZZai 3.3 12

121 ReaxvvJReactiveJvorceJvieldJStudyJofJαolymerizationJofJaJαolymerJMatrixJinJaJsarbonJ
−anotubeWsompositeJSystemXJJournaldofdPhysicaldChemistrydCVJ2020VJabdVJbZdhhWbZdig 3.8 12

120 SiYsYxJReaxvvJReactiveJαotentialJforJSiliconJSurfacesJwraftedJwithJ∕rganicJMoleculesXJJournaldofd
PhysicaldChemistrydCVJ2018VJabbVJbceaeWbcebg 3.8 12

119 tefectJtesignJofJTwoWtimensionalJMoSbJStructuresJbyJUsingJaJwrapheneJ°ayerJandJαotatoJStampJ
sonceptXJJournaldofdPhysicaldChemistrydCVJ2018VJabbVJaaiaaWaaiag 3.8 11

118 qtomisticWScaleJSimulationsJofJtheJwrapheneJwrowthJonJaJSiliconJsarbideJSubstrateJUsingJThermalJ
tecompositionJandJshemicalJVaporJtepositionXJChemistrydofdMaterialsVJ2020VJcbVJhcZfWhcag 9.6 11

117 uffectsJofJpressureJandJvelocityJonJtheJinterfaceJfrictionJbehaviorJofJdiamondJutilizingJReaxvvJ
simulationsXJInternationaldJournaldofdMechanicaldSciencesVJ2021VJaiaVJaZfZif 5.5 11
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116 tiscoveryJofJtescriptorsJforJStableJMonolayerJ∕xideJsoatingsJthroughJMachineJ°earningXJACSd
ApplieddEnergydMaterialsVJ2018VJaVJfbagWfbbf 6.1 11

115 ReactiveJvorceJvieldJforJSimulationsJofJtheJαyrolysisJofJαolysiloxanesJintoJSiliconJ∕xycarbideJ
seramicsXJJournaldofdPhysicaldChemistrydCVJ2019VJabcVJafhZdWafhab 3.8 10

114 tevelopmentJofJtheJReaxvvJReactiveJvorceJvieldJforJynherentJαointJtefectsJinJtheJSiYSilicaJSystemXJ
JournaldofdPhysicaldChemistrydAVJ2019VJabcVJdcZcWdcac 2.8 10

113 ModelingJforJStructuralJungineeringJandJSynthesisJofJTwoWtimensionalJWSebJUsingJaJ−ewlyJ
tevelopedJReaxvvJReactiveJvorceJvieldXJJournaldofdPhysicaldChemistrydCVJ2020VJabdVJbhbheWbhbig 3.8 10

112 ModifiedJRandomJSequentialJqdsorptionJModelJforJUnderstandingJ–ineticsJofJαroteinsJqdsorptionJ
atJaJ°iquidWSolidJynterfaceXJLangmuirVJ2017VJccVJgbaeWgbbd 4 10

111 MutualJynhibitionJbetweenJsatalyticJympuritiesJofJSulfurJandJThoseJofJsalciumJinJsokeJduringJ
sarbonâ��qirJandJsarbonâ��s∕bJReactionsXJEnergydjamp;dFuelsVJ2015VJbiVJaifaWaiga 4.1 10

110 ReactiveJmolecularJdynamicsJforceJfieldJforJtheJdissociationJofJlightJhydrocarbonsJonJ−iRaaaSXJ
MoleculardSimulationVJ2008VJcdVJifgWigb 2 10

109 SubsurfaceJstructuralJchangeJofJsilicaJuponJnanoscaleJphysicalJcontactjJshemicalJplasticityJbeyondJ
topographicJelasticityXJActadMaterialiaVJ2021VJbZhVJaaffid 8.4 10

108 ReaxvvJmolecularJdynamicsJstudyJonJpyrolysisJofJbicyclicJcompoundsJforJaviationJfuelXJFuelVJ2021VJ
bigVJabZgbd 7.1 10

107 qJRealWTimeJMathematicalJModelJforJtheJTwoWtimensionalJTemperatureJvieldJofJαetroleumJsokeJ
salcinationJinJVerticalJShaftJsalcinerXJJomVJ2016VJfhVJbadiWbaei 2.1 9

106 qnJqtomisticJsarbideWterivedJsarbonJModelJweneratedJUsingJReaxvvWrasedJδuenchedJMolecularJ
tynamicsXJJournaldofdCarbondResearchVJ2017VJcVJcb 3.3 9

105 uffectsJofJdryingJmethodJonJpreparationJofJnanometerJ˛–Wqlb∕cXJCentraldSouthdUniversityVJ2007VJadVJccZWcce 9

104 ReaxvvJmolecularJdynamicsJsimulationsJonJtheJstructureJandJdynamicsJofJelectrolyteJwaterJsystemsJ
atJambientJtemperatureXJComputationaldMaterialsdScienceVJ2020VJagbVJaZicdi 3.2 9

103 sonvertingJαr∕JfibersJintoJcarbonJfibersJbyJultrafastJcarbonizationXJCarbonVJ2020VJaeiVJdcbWddb 10.4 9

102
ulucidatingJThermallyJynducedJStructuralJandJshemicalJTransformationsJinJ–aoliniteJUsingJReactiveJ
MolecularJtynamicsJSimulationsJandJXWrayJScatteringJMeasurementsXJChemistrydofdMaterialsVJ2020VJ
cbVJfeaWffb

9.6 9

101 tevelopmentJandJinitialJapplicationsJofJanJeWReaxvvJdescriptionJofJqgJnanoclustersXJJournaldofd
ChemicaldPhysicsVJ2020VJaecVJaZdaZf 3.9 9

100 ynsightsJintoJtheJRoleJofJxb∕JinJtheJsarbonationJofJsa∕J−anoparticleJwithJs∕bXJJournaldofdPhysicald
ChemistrydCVJ2018VJabbVJbadZaWbadaZ 3.8 9

99 ThermodynamicsJofJqlkanethiolJSelfWqssembledJMonolayerJqssemblyJonJαdJSurfacesXJLangmuirVJ
2018VJcdVJfcdfWfceg 4 9

(2018-2018)
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98 ModelingJandJSimulationJofJαetroleumJsokeJsalcinationJinJαotJsalcinerJUsingJTwoWvluidJModelXJ
JomVJ2016VJfhVJfdcWfee 2.1 8

97
ReactiveJMolecularJtynamicsJSimulationsJandJδuantumJshemistryJsalculationsJToJynvestigateJ
SootWRelevantJReactionJαathwaysJforJxexylamineJysomersXJJournaldofdPhysicaldChemistrydAVJ2020VJ
abdVJdbiZWdcZd

2.8 8

96 toJ−ickelJandJyronJcatalystJnanoparticlesJaffectJtheJmechanicalJstrengthJofJcarbonJnanotubesoXJ
ExtremedMechanicsdLettersVJ2018VJbZVJbiWcg 3.9 8

95 SaltJconcentrationJeffectsJonJmechanicalJpropertiesJofJ°iαvfYpolyRpropyleneJglycolSJdiacrylateJsolidJ
electrolytejJynsightsJfromJreactiveJmolecularJdynamicsJsimulationsXJElectrochimicadActaVJ2016VJbbaVJaaeWabc6.7 8

94 WaterWMediatedJSurfaceJtiffusionJMechanismJunablesJtheJsoldJSinteringJαrocessjJqJsombinedJ
somputationalJandJuxperimentalJStudyXJAngewandtedChemieVJ2019VJacaVJabeeZWabeed 3.6 8

93 ReaxvvJMtJsimulationsJofJpetroleumJcokeJs∕bJgasificationJexaminingJtheJSY−JremovalJ
mechanismsJandJs∕Ys∕bJreactivityXJFuelVJ2019VJbegVJaafZea 7.1 8

92 ReactiveJvorceJvieldsjJsonceptsJofJReaxvvafgWaha 8

91 uffectJofJanionsJonJpreparationJofJultrafineJ˛–Wqlb∕cJpowderXJCentraldSouthdUniversityVJ2007VJadVJggcWggh 8

90 ThermalJtecompositionJofJunergeticJMaterialsJbyJReaxvvJReactiveJMolecularJtynamicsXJAIPd
ConferencedProceedingsVJ2006VJ 0 8

89 tevelopmentJofJaJReaxvvJReactiveJvorceJvieldJforJynterstitialJ∕xygenJinJwermaniumJandJytsJ
qpplicationJtoJwe∕bYweJynterfacesXJJournaldofdPhysicaldChemistrydCVJ2019VJabcVJabZhWabah 3.8 8

88 qnJenvironmentalWfriendlyJprocessJforJdissociatingJtoxicJsubstancesJandJrecoveringJvaluableJ
componentsJfromJspentJcarbonJcathodeXJJournaldofdHazardousdMaterialsVJ2021VJdZdVJabdabZ 12.8 8

87 ReductiveJwaseousJRxbY−xcSJtesulfurizationJandJwasificationJofJxighWSulfurJαetroleumJsokeJviaJ
ReactiveJvorceJvieldJMolecularJtynamicsJSimulationsXJEnergydjamp;dFuelsVJ2019VJccVJhZfeWhZge 4.1 7

86 StatisticalJqnalysisJofJTriWsresylJαhosphateJsonversionJonJanJyronJ∕xideJSurfaceJUsingJReactiveJ
MolecularJtynamicsJSimulationsXJJournaldofdPhysicaldChemistrydCVJ2019VJ 3.8 7

85
ynvestigationJintoJtheJqtomisticJScaleJMechanismsJResponsibleJforJtheJunhancedJtielectricJ
ResponseJinJtheJynterfacialJRegionJofJαolymerJ−anocompositesXJJournaldofdPhysicaldChemistrydCVJ
2020VJabdVJaaeehWaaefc

3.8 7

84
tevelopmentJofJaJReactiveJvorceJvieldJforJSimulationsJonJtheJsatalyticJsonversionJofJsYxY∕J
MoleculesJonJsuWMetalJandJsuW∕xideJSurfacesJandJqpplicationJtoJsuYsu∕WrasedJshemicalJ°oopingXJ
JournaldofdPhysicaldChemistrydCVJ2020VJabdVJabeabWabebZ

3.8 7

83 qbJinitioJquantumJchemicalJandJReaxvvWbasedJstudyJofJtheJintramolecularJiminiumâ��enamineJ
conversionJinJaJprolineWcatalyzedJreactionXJTheoreticaldChemistrydAccountsVJ2012VJacaVJa 1.9 7

82 ynitialJshemicalJuventsJinJtheJunergeticJMaterialJRtXJunderJShockJ°oadingjJRoleJofJtefectsXJAIPd
ConferencedProceedingsVJ2004VJ 0 7

81 ynfluenceJofJacidJleachingJsurfaceJtreatmentJonJindentationJcrackingJofJsodaJlimeJsilicateJglassXJ
JournaldofdNonsCrystallinedSolidsVJ2020VJedcVJabZadd 3.9 7
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80 vormationJofJmetalJvacancyJarraysJinJcoalescedJWSbJmonolayerJfilmsXJxDdMaterialsVJ2021VJhVJZaaZZc 5.9 7

79 tynamicsJofJtheJshemicallyJtrivenJtensificationJofJrariumJTitanateJUsingJMoltenJxydroxidesXJ
NanodLettersVJ2021VJbaVJcdeaWcdeg 11.5 7

78 qtomisticJynsightsJyntoJtheJtegradationJofJynorganicJxalideJαerovskiteJssαbyjJqJReactiveJvorceJvieldJ
MolecularJtynamicsJStudyXJJournaldofdPhysicaldChemistrydLettersVJ2021VJabVJeeaiWeebe 6.4 7

77 ylluminatingJynvisibleJwrainJroundariesJinJsoalescedJSingleW∕rientationJWSJMonolayerJvilmsXJNanod
LettersVJ2021VJbaVJfdhgWfdie 11.5 7

76 SimulationsJofJtheJriodegradationJofJsitrateWrasedJαolymersJforJqrtificialJScaffoldsJUsingJ
qcceleratedJReactiveJMolecularJtynamicsXJJournaldofdPhysicaldChemistrydBVJ2020VJabdVJecaaWecbb 3.4 6

75 SimulatingJtheJweologicalJvateJofJTerrestrialJ∕rganicJMatterjJ°igninJvsJselluloseXJEnergydjamp;d
FuelsVJ2020VJcdVJaecgWaedg 4.1 6

74 qJfirstWprinciplesJstudyJofJstabilityJofJsurfaceJconfinedJmixedJmetalJoxidesJwithJcorundumJstructureJ
Rve∕VJsr∕VJV∕SXJPhysicaldChemistrydChemicaldPhysicsVJ2018VJbZVJgZgcWgZha 3.6 6

73
xowJtoJcharacterizeJinterfacialJloadJtransferJinJspiralJcarbonWbasedJnanostructureWreinforcedJ
nanocompositesjJisJthisJaJgeometryWdependentJprocessoXJPhysicaldChemistrydChemicaldPhysicsVJ2019VJ
baVJbchhZWbchib

3.6 6

72 qtomicJtefectsJandJudgeJStructureJinJSingleWlayerJTicsbTxJMXeneXJMicroscopydanddMicroanalysisVJ
2017VJbcVJagZdWagZe 0.5 6

71 αreparationJofJultrafineJ˛–Wqlb∕cJpowdersJbyJcatalyticJsinteringJofJammoniumJaluminumJcarbonateJ
hydroxideJatJlowJtemperatureXJCentraldSouthdUniversityVJ2006VJacVJcfgWcgb 6

70 StructureJandJelectrochemicalJpropertiesJofJ°iso∕bJsynthesizedJbyJmicrowaveJheatingXJCentrald
SouthdUniversityVJ2004VJaaVJbfaWbfd 6

69 UnderstandingJtheJchemistryJofJcationJleachingJinJilliteYwaterJinterfacialJsystemJusingJreactiveJ
molecularJdynamicsJsimulationsJandJhydrothermalJexperimentsXJActadMaterialiaVJ2020VJahfVJefdWegd 8.4 6

68 StableJmetalJanodesJenabledJbyJaJlabileJorganicJmoleculeJbondedJtoJaJreducedJgrapheneJoxideJ
aerogelXJProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaVJ2020VJaagVJcZaceWcZada11.5 6

67 y−tuutoptjJaJdeepJlearningWbasedJReaxvvJparameterizationJframeworkXJNpjdComputationald
MaterialsVJ2021VJgVJ 10.9 6

66 TunableJbtJwroupWyyyJMetalJqlloysXJAdvanceddMaterialsVJ2021VJccVJebaZdbfe 24 6

65 qJReaxvvJmolecularJdynamicsJstudyJofJmolecularWlevelJinteractionsJduringJbinderJjettingJ
ctWprintingXJPhysicaldChemistrydChemicaldPhysicsVJ2019VJbaVJbaeagWbaebi 3.6 5

64 ReaxvvJmolecularJdynamicsJsimulationsJofJelectrolyteWwaterJsystemsJatJsupercriticalJtemperatureXJ
JournaldofdChemicaldPhysicsVJ2020VJaebVJbZdeZb 3.9 5

63 ReactiveJMolecularJtynamicsJStudyJofJxierarchicalJTribochemicalJ°ubricantJvilmsJatJulevatedJ
TemperaturesXJACSdApplieddNanodMaterialsVJ2020VJcVJbfhgWbgZd 5.6 5
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62 TheoreticalJpredictionJelectronicJpropertiesJofJwroupWyVJdiamondJnanothreadsXJAIPdAdvancesVJ2018VJ
hVJZgeaZg 1.5 5

61 MultiplyJacceleratedJReaxvvJmolecularJdynamicsjJcouplingJparallelJreplicaJdynamicsJwithJcollectiveJ
variableJhyperJdynamicsXJMoleculardSimulationVJ2019VJdeVJabfeWabgb 2 5

60 qtomJVacanciesJonJaJsarbonJ−anotubejJToJWhatJuxtentJsanJWeJSimulateJtheirJuffectsoXJJournaldofd
ChemicaldTheorydanddComputationVJ2015VJaaVJccicWdZZ 6.4 5

59 ∕ptimizationJofJtheJReaxJforceJfieldJforJtheJlithiumWoxygenJsystemJusingJaJhighJfidelityJchargeJ
modelXJJournaldofdChemicaldPhysicsVJ2020VJaecVJZhdaZg 3.9 5

58 ReaxvvYqMruRWqJvrameworkJforJxybridJReactiveY−onreactiveJvorceJvieldJMolecularJtynamicsJ
SimulationsXJJournaldofdChemicaldTheorydanddComputationVJ2020VJafVJgfdeWgfed 6.4 5

57 qtomisticJynsightsJonJtheJvullJ∕perationJsycleJofJaJxf∕WrasedJResistiveJRandomJqccessJMemoryJ
sellJfromJMolecularJtynamicsXJACSdNanoVJ2021VJaeVJabideWabied 16.7 5

56 ModificationJofJactivatedJcarbonJwithJaJsilaneJcouplingJagentJunderJultrasonicJconditionsJforJtheJ
advancedJtreatmentJofJwastewaterJwithJdressingJchemicalsXJColorationdTechnologyVJ2019VJaceVJfgWgf 2 5

55 αredictingJMonolayerJ∕xideJStabilityJoverJ°owWyndexJSurfacesJofJTi∕JαolymorphsJUsingJabJynitioJ
ThermodynamicsXJLangmuirVJ2018VJcdVJaafheWaafid 4 5

54 qtomisticJinsightsJonJtheJinfluenceJofJpreWoxideJshellJlayerJandJsizeJonJtheJcompressiveJmechanicalJ
propertiesJofJnickelJnanowiresXJJournaldofdApplieddPhysicsVJ2019VJabeVJafeaZb 2.5 4

53
tetoxificationJandJRecoveryJofJSpentJsarbonJsathodesJviaJ−a∕xâ��−abs∕cJrinaryJMoltenJSaltJ
Roastingâ��WaterJ°eachingjJTowardJaJsircularJuconomyJforJxazardousJSolidJWasteJfromJqluminumJ
ulectrolysisXJACSdSustainabledChemistrydanddEngineeringVJ2020VJhVJafiabWafibc

8.3 4

52
TimescaleJpredictionJofJcomplexJmultiWbarrierJpathwaysJusingJfluxJsamplingJmolecularJdynamicsJ
andJatJkineticJintegrationjJqpplicationJtoJcelluloseJdehydrationXJJournaldofdChemicaldPhysicsVJ2020VJ
aebVJZbdabc

3.9 4

51
qbJynitioJThermodynamicJynvestigationJofJMonolayerJStabilityJofJMulticomponentJMetalJ∕xidesjJ
Mx∕yYZn∕RZZZaSJandJMx∕yYTi∕bRaaZSJRMJmJαdVJRuVJ−iVJαtVJquVJZnSXJJournaldofdPhysicaldChemistrydCVJ
2017VJabaVJbadciWbaddh

3.8 4

50 ynhibitionJmechanismJbetweenJsodiumJR−acqlvfSJandJsulfurJonJcokeJreactivityXJJournaldofdCentrald
SouthdUniversityVJ2017VJbdVJagcfWagdd 2.1 4

49 vormationJofJwaterJatJaJαtRaaaSJsurfacejJqJstudyJusingJtheJreactiveJforceJfieldJRReaxvvSXJMaterialsd
ResearchdSocietydSymposiadProceedingsVJ2005VJiZZVJa 4

48 StructureJandJtynamicsJofJqqueousJulectrolytesJsonfinedJinJbtWTi∕YTisTJMXeneJxeterostructuresXJ
ACSdApplieddMaterialsdjamp;dInterfacesVJ2020VJabVJehcghWehchi 9.5 4

47 TopologicalJsontrolJofJWaterJReactivityJonJwlassJSurfacesjJuvidenceJofJaJshemicallyJStableJ
yntermediateJαhaseXJJournaldofdPhysicaldChemistrydLettersVJ2019VJaZVJcieeWcifZ 6.4 3

46 ∕ptimizationJofJpurificationJtreatmentJofJspentJcathodeJcarbonJfromJaluminumJelectrolysisJusingJ
responseJsurfaceJmethodologyJRRSMSXJAsiasPacificdJournaldofdChemicaldEngineeringVJ2018VJacVJebafd 1.3 3

45 °aboratoryJstudyJofJpropertyWmodifiedJprebakedJcarbonJanodeJandJapplicationJinJlargeJaluminumJ
electrolysisJcellsXJCentraldSouthdUniversityVJ2005VJabVJfhWga 3
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44 qtomicWscaleJprobingJofJdefectWassistedJwaJintercalationJthroughJgrapheneJusingJReaxvvJmolecularJ
dynamicsJsimulationsXJCarbonVJ2022VJaiZVJbgfWbiZ 10.4 3

43 qnJynitialJtesignWenhancedJteepJ°earningWbasedJ∕ptimizationJvrameworkJtoJαarameterizeJ
MulticomponentJReaxvvJvorceJvields 3

42
tevelopmentJandJqpplicationsJofJReaxvvJReactiveJvorceJvieldsJforJwroupWyyyJwasWαhaseJαrecursorsJ
andJSurfaceJReactionsJwithJwrapheneJinJMetalâ��∕rganicJshemicalJVaporJtepositionJSynthesisXJ
JournaldofdPhysicaldChemistrydCVJ2021VJabeVJaZgdgWaZgeh

3.8 3

41 qtomisticJMechanismsJofJThermalJTransformationJinJaJZrWMetalJ∕rganicJvrameworkVJMy°WadZsXJ
JournaldofdPhysicaldChemistrydLettersVJ2021VJabVJaggWahd 6.4 3

40 qJReaxvvJvorceJvieldJforJbtWWSbJandJytsJynteractionJwithJSapphireXJJournaldofdPhysicaldChemistrydCVJ
2021VJabeVJagieZWagifa 3.8 3

39 ynvestigatingJtheJqccuracyJofJWaterJModelsJthroughJtheJVanJxoveJsorrelationJvunctionXJJournaldofd
ChemicaldTheorydanddComputationVJ2021VJagVJeiibWfZZe 6.4 3

38 TheoreticalJmodelingJofJedgeWcontrolledJgrowthJkineticsJandJstructuralJengineeringJofJbtWMoSebXJ
MaterialsdSciencedanddEngineeringdB:dSolidsStatedMaterialsdfordAdvanceddTechnologyVJ2021VJbgaVJaaebfc 3.1 3

37 qtomisticWscaleJinsightJintoJtheJpolyethyleneJelectricalJbreakdownjJqnJeReaxvvJmolecularJdynamicsJ
studyXJJournaldofdChemicaldPhysicsVJ2021VJaedVJZbdiZd 3.9 3

36
qpplicationJofJReaxvvWReactiveJMolecularJtynamicsJandJsontinuumJMethodsJinJ
xighWTemperatureYαressureJαyrolysisJofJvuelJMixturesXJChallengesdanddAdvancesdindComputationald
ChemistrydanddPhysicsVJ2019VJafaWahe

0.7 2

35 ReactiveJmolecularJdynamicsJsimulationJforJisotopeWexchangeJreactionsJinJxYtJsystemsjJReaxvvJ
developmentXJJournaldofdChemicaldPhysicsVJ2020VJaebVJbbdaaa 3.9 2

34 vormationJofJqlvxJwaseousJαhasesJduringJxighJTemperatureJutchingjJqJReactiveJvorceJvieldJrasedJ
MolecularJtynamicsJStudyXJJournaldofdPhysicaldChemistrydCVJ2019VJabcVJafhbcWafhce 3.8 2

33
vabricationJandJulectrochemicalJsharacterizationJofJqnodeWSupportedJMicrotubularJSolidJ∕xideJ
vuelJsellsJrasedJonJseZXhSmZXb∕bW˛·JulectrolytesXJInternationaldJournaldofdApplieddCeramicd
TechnologyVJ2012VJiVJaZfdWaZgZ

2 2

32
SuperheatedJwaterJpretreatmentJcombinedJwithJs∕JactivationYregenerationJofJtheJexhaustedJ
activatedJcarbonJusedJinJtheJtreatmentJofJindustrialJwastewaterXJWaterdSciencedanddTechnologyVJ
2017VJgfVJafhgWafif

2.2 2

31 αreparationJofJsphericalJcobaltJcarbonateJpowderJwithJhighJtapJdensityXJCentraldSouthdUniversityVJ
2006VJacVJfdbWfdf 2

30
xighJαeelJStrengthJandJvlexibleJqlignedJsarbonJ−anotubesYutchedJqlJvoilJsompositesJwithJ
roostedJSupercapacitorJandJThermalJtissipationJαerformancesXJIndustrialdjamp;dEngineeringd
ChemistrydResearchVJ2020VJeiVJaediWaeeh

3.9 2

29 unhancedJvuelJtecompositionJinJtheJαresenceJofJsolloidalJvunctionalizedJwrapheneJ
SheetWSupportedJαlatinumJ−anoparticlesXJACSdApplieddEnergydMaterialsVJ2020VJcVJgfcgWgfdh 6.1 2

28
ynterfacialJReactivityJandJSpeciationJumergingJfromJ−aWMontmorilloniteJynteractionsJwithJWaterJ
andJvormicJqcidJatJbZZJ´°sjJynsightsJfromJReactiveJMolecularJtynamicsJSimulationsVJynfraredJ
SpectroscopyVJandJXWrayJScatteringJMeasurementsXJACSdEarthdanddSpacedChemistryVJ2021VJeVJaZZfWaZai

3.2 2

27 qtomisticWScaleJSimulationsJonJwrapheneJrendingJ−earJaJsopperJSurfaceXJCatalystsVJ2021VJaaVJbZh 4 2
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26 MolecularJynteractionsJandJ°ayerJStackingJtictateJsovalentJ∕rganicJvrameworkJuffectiveJαoreJSizeXJ
ACSdApplieddMaterialsdjamp;dInterfacesVJ2021VJacVJdbafdWdbage 9.5 2

25
MolecularJtynamicsJModelingJofJynterfacialJynteractionsJbetweenJvlattenedJsarbonJ−anotubesJandJ
qmorphousJsarbonjJymplicationsJforJUltraW°ightweightJsompositesXXJACSdApplieddNanodMaterialsVJ
2022VJeVJeiaeWeibd

5.6 2

24 StrategiesJforJmodelingJdiverseJchemicalJreactionsJinJmolecularJdynamicsJsimulationsJofJclusterJ
bombardmentXJSurfacedanddInterfacedAnalysisVJ2011VJdcVJabfWabh 1.5 1

23 tevelopmentJofJaJshargeWymplicitJReaxvvJforJsYxY∕JSystemsXXJJournaldofdPhysicaldChemistrydLettersVJ
2022VJacVJfbhWfcc 6.4 1

22 ReaxvvJvorceJvieldJtevelopmentJforJwasWαhaseJhr−J−anostructureJSynthesisXXJJournaldofdPhysicald
ChemistrydAVJ2022VJ 2.8 1

21 qJreactiveJforceJfieldJmolecularJdynamicsJstudyJonJtheJinceptionJmechanismJofJtitaniumJ
tetraisopropoxideJRTTyαSJconversionJtoJtitaniumJclustersXJChemicaldEngineeringdScienceVJ2022VJbebVJaagdif4.4 1

20 RemovalJandJtransformationJmechanismsJofJnitrogenJandJsulfurJinJpetcokeJsupercriticalJwaterJ
gasificationJviaJReaxvvJsimulationXJMoleculardSimulationVaWab 2 1

19 ∕xygenJVacancyJynjectionJasJaJαathwayJtoJunhancingJulectromechanicalJResponseJinJverroelectricsXJ
AdvanceddMaterialsVJ2021VJebaZfdbf 24 1

18 MachineJ°earningWqssistedJxybridJReaxvvJSimulationsXJJournaldofdChemicaldTheorydanddComputationVJ
2021VJagVJfgZeWfgab 6.4 1

17
MechanisticJstudyJofJpxJeffectJonJorganicJsolventJnanofiltrationJusingJcarboxylatedJcovalentJ
organicJframeworkJasJaJmodelingJandJexperimentalJplatformXJSeparationdanddPurificationd
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