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j Paper IF Citations

394 ’rderlyHdisorderHinHmagicUangleHtwistedHtrilayerHgrapheneVVHScienceTH2022THaedTHYgaUYgg 33.3 8

393 ×ignaturesHofHbosonicHzandauHlevelsHinHaHfiniteUmomentumHsuperconductorVHNatureTH2021THcggTHcYUcd 50.4 0

392 {odelingHtheHeffectHofHtheHvaccinationHcampaignHonHtheHqovidUYgHpandemicVHChaosobSolitonsbandb
FractalsTH2021THYcbTHYYYdZY 9.3 2

391 qorrelatedHwnsulatingH×tatesHandHéransportH×ignatureHofH×uperconductivityHinHéwistedHérilayerH
urapheneH×uperlatticesVHPhysicalbReviewbLettersTH2021THYZeTHYddfXZ 7.4 4

390 ueometricHoriginsHofHtopologicalHinsulationHinHtwistedHlayeredHsemiconductorsVHPhysicalbReviewbBTH
2021THYXbTH 3.3 4

389 éheoreticalHinvestigationHofHchargeHtransferHbetweenHtheH}Vâ��HcenterHinHdiamondHandHsubstitutionalH
}HandH–VHJournalbofbAppliedbPhysicsTH2021THYaXTHYccYXZ 2.5 0

388 slectricallyHwnducedHriracHtermionsHinHurapheneH}anoribbonsVHNanobLettersTH2021THZYTHgaaZUgaaf 11.5 1

387 revelopmentHofHrobustHneuralUnetworkHinteratomicHpotentialHforHmoltenHsaltVHCellbReportsbPhysicalb
ScienceTH2021THZTHYXXacg 6.1 20

386 }onadiabaticHdynamicsHofHcobaltHtricarbonylHnitrosylHforHligandHdissociationHinducedHbyHelectronicH
excitationVHScientificbReportsTH2021THYYTHfgge 4.9 2

385 –rogressiveH–hosphorylationH{odulatesHtheH×elfUossociationHofHaHVariablyH{odifiedHvistoneHvaH
–eptideVHFrontiersbinbMolecularbBiosciencesTH2021THfTHdgfYfZ 5.6 2

384 {oirˆ'HmetrologyHofHenergyHlandscapesHinHvanHderHαaalsHheterostructuresVHNaturebCommunicationsTH
2021THYZTHZbZ 17.4 22

383 wmprintingHéunableHˇ�U{agnetismHinHurapheneH}anoribbonsHviaHsdgeHsxtensionsVHJournalbofbPhysicalb
ChemistrybLettersTH2021THYZTHYZYbUYZYg 6.4 4

382 ×pectroscopicH×ignaturesHofHwnterlayerHqouplingHinHxanusH{o××eW{o×HveterostructuresVHACSbNanoTH
2021THYcTHYbagbUYbbXa 16.7 6

381 qalculatingHtheHhyperfineHtensorsHforHgroupUwVHimpurityUvacancyHcentersHinHdiamondHusingHhybridH
densityHfunctionalHtheoryVHPhysicalbReviewbBTH2021THYXbTH 3.3 2

380 {icroscopicHoriginHofHtheHhighHthermoelectricHfigureHofHmeritHofHnUdopedH×n×eVHPhysicalbReviewbBTH
2021THYXbTH 3.3 2

379 svidenceHofHtwoUdimensionalHflatHbandHatHtheHsurfaceHofHantiferromagneticHkagomeHmetalHte×nVH
NaturebCommunicationsTH2021THYZTHcabc 17.4 5

378 slectronicHstructureHcalculationsHofHtwistedHmultiUlayerHgrapheneHsuperlatticesVHvDbMaterialsTH2020TH
eTHXacXZf 5.9 15
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377 zo}hHoH{aterialsH}otationHforHéwoUrimensionalHzayeredHossembliesVHJournalbofbChemicalb
InformationbandbModelingTH2020THdXTHabceUabdZ 6.1 2

376 {odelingHmechanicalHrelaxationHinHincommensurateHtrilayerHvanHderHαaalsHheterostructuresVH
PhysicalbReviewbBTH2020THYXYTH 3.3 13

375 −ltraheavyHandH−ltrarelativisticHriracH—uasiparticlesHinH×andwichedHuraphenesVHNanobLettersTH2020TH
ZXTHaXaXUaXaf 11.5 36

374 sffectsHofHlithiumHintercalationHinHtwistedHbilayerHgrapheneVHPhysicalbReviewbBTH2020THYXYTH 3.3 9

373 RobustHpredictionHofHcomplexHspatiotemporalHstatesHthroughHmachineHlearningHwithHsparseHsensingVH
PhysicsbLettersobSectionbA:bGeneralobAtomicbandbSolidbStatebPhysicsTH2020THafbTHYZdaXX 2.3 7

372 ×urfactantU{ediatedHurowthHandH–atterningHofHotomicallyHéhinHéransitionH{etalHrichalcogenidesVH
ACSbNanoTH2020THYbTHdceXUdcfY 16.7 16

371 rualityHbetweenHatomicHconfigurationsHandHplochHstatesHinHtwistronicHmaterialsVHPhysicalbReviewb
ResearchTH2020THZTH 3.9 7

370 {ultipleHspidemicHαaveH{odelHofHtheHq’VwrUYgH–andemichH{odelingH×tudyVHJournalbofbMedicalb
InternetbResearchTH2020THZZTHeZXgYZ 7.6 40

369 rataUdrivenHstudiesHofHmagneticHtwoUdimensionalHmaterialsVHScientificbReportsTH2020THYXTHYcegc 4.9 10

368 sffectHofHtrustratedHRotationsHonHtheH–reUsxponentialHtactorHforH−nimolecularHReactionsHonH
×urfaceshHoHqaseH×tudyHofHolkoxyHrehydrogenationVHJournalbofbPhysicalbChemistrybCTH2020THYZbTHYbZgUYbae3.8 9

367 riracHfermionsHandHflatHbandsHinHtheHidealHkagomeHmetalHte×nVHNaturebMaterialsTH2020THYgTHYdaUYdg 27 121

366 zowUcostHvisibleUlightHphotosynthesisHofHwaterHandHadsorbedHcarbonHdioxideHintoHlongUchainH
hydrocarbonsVHChemicalbPhysicsbLettersTH2020THeagTHYadgfc 2.5 5

365 qleanHZrHsuperconductivityHinHaHbulkHvanHderHαaalsHsuperlatticeVHScienceTH2020THaeXTHZaYUZad 33.3 21

364 sffectsHofHstructuralHdistortionsHonHtheHelectronicHstructureHofHéUtypeHtransitionHmetalH
dichalcogenidesVHPhysicalbReviewbBTH2020THYXZTH 3.3 1

363 éheHfirstHYXXHdayshH{odelingHtheHevolutionHofHtheHq’VwrUYgHpandemicVHChaosobSolitonsbandbFractalsTH
2020THYafTHYYXYYb 9.3 22

362 éopologicalHflatHbandsHinHfrustratedHkagomeHlatticeHqo×nVHNaturebCommunicationsTH2020THYYTHbXXb 17.4 43

361 slectronicUstructureHmethodsHforHtwistedHmoirˆ'HlayersVHNaturebReviewsbMaterialsTH2020THcTHebfUeda 73.3 51

360 RoleHofHsxplicitlyHwncludedH×olventsHonH−ltrafastHslectronHwnjectionHandHRecombinationHrynamicsHatH
éi’WryeHwnterfacesVHACSbAppliedbMaterialsbhamp;bInterfacesTH2020THYZTHbgYebUbgYfY 9.5 2

(2020-2020)

3



359 snhancementHofHvanHderHαaalsHwnterlayerHqouplingHthroughH–olarHxanusH{o××eVHJournalbofbtheb
AmericanbChemicalbSocietyTH2020THYbZTHYebggUYecXe 16.4 23

358 zithiumHintercalationHinH{o×ZHbilayersHandHimplicationsHforHmoirˆ'HflatHbandsVHPhysicalbReviewbBTH2020
THYXZTH 3.3 4

357 poostingHtheHefficiencyHofHabHinitioHelectronUphononHcouplingHcalculationsHthroughHdualH
interpolationVHPhysicalbReviewbBTH2020THYXZTH 3.3 3

356 éwistedHérilayerHuraphenehHoH–reciselyHéunableH–latformHforHqorrelatedHslectronsVHPhysicalbReviewb
LettersTH2020THYZcTHYYdbXb 7.4 29

355 wnHsituHnanoscaleHimagingHofHmoirˆ'HsuperlatticesHinHtwistedHvanHderHαaalsHheterostructuresVHNatureb
CommunicationsTH2020THYYTHbZXg 17.4 25

354 {onolayerHvoneycombHporophenehHoH–romisingHonodeH{aterialHwithHaHRecordHqapacityHforH
zithiumUwonHandH×odiumUwonHpatteriesVHJournalbofbthebElectrochemicalbSocietyTH2020THYdeTHXgXcZe 3.9 11

353 tirstUprinciplesHstudyHofHcoupledHeffectHofHripplocationsHandH×UvacanciesHinH{o×ZVHJournalbofbAppliedb
PhysicsTH2019THYZdTHXfbaXa 2.5 3

352 snhancementHofHinterlayerHexchangeHinHanHultrathinHtwoUdimensionalHmagnetVHNaturebPhysicsTH2019TH
YcTHYZccUYZdX 16.2 85

351 otomicHandHelectronicHreconstructionHatHtheHvanHderHαaalsHinterfaceHinHtwistedHbilayerHgrapheneVH
NaturebMaterialsTH2019THYfTHbbfUbca 27 282

350 {achineHzearningH–redictionHofHvHodsorptionHsnergiesHonHogHolloysVHJournalbofbChemicalb
InformationbandbModelingTH2019THcgTHYaceUYadc 6.1 19

349 otomicHelectrostaticHmapsHofHYrHchannelsHinHZrHsemiconductorsHusingHbrHscanningHtransmissionH
electronHmicroscopyVHNaturebCommunicationsTH2019THYXTHYYZe 17.4 33

348 ×imultaneousHwdentificationHofHzowHandHvighHotomicH}umberHotomsHinH{onolayerHZrH{aterialsH
−singHbrH×canningHéransmissionHslectronH{icroscopyVHNanobLettersTH2019THYgTHdbfZUdbgY 11.5 17

347 riluteH–dWouHolloyH}anoparticlesHsmbeddedHinHqolloidUéemplatedH–orousH×i’ZhH×tableHouUpasedH
’xidationHqatalystsVHChemistrybofbMaterialsTH2019THaYTHcecgUcedf 9.6 34

346 wmaginaryUéimeHéimeUrependentHrensityHtunctionalHéheoryHandHwtsHopplicationHforHRobustH
qonvergenceHofHslectronicH×tatesVHJournalbofbChemicalbTheorybandbComputationTH2019THYcTHdXadUdXbc 6.4 5

345 svolutionHofHsteadyUstateHmaterialHpropertiesHduringHcatalysishH’xidativeHcouplingHofHmethanolHoverH
nanoporousHogXVXaouXVgeVHJournalbofbCatalysisTH2019THafXTHaddUaeb 7.3 18

344 sxactHcontinuumHmodelHforHlowUenergyHelectronicHstatesHofHtwistedHbilayerHgrapheneVHPhysicalb
ReviewbResearchTH2019THYTH 3.9 105

343 qreatingHαeylHnodesHandHcontrollingHtheirHenergyHbyHmagnetizationHrotationVHPhysicalbReviewb
ResearchTH2019THYTH 3.9 18

342 rerivationHofHαannierHorbitalsHandHminimalUbasisHtightUbindingHvamiltoniansHforHtwistedHbilayerH
graphenehHtirstUprinciplesHapproachVHPhysicalbReviewbResearchTH2019THYTH 3.9 26
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341 vowHcarbonHvacanciesHcanHaffectHtheHpropertiesHofHgroupHwVHcolorHcentersHinHdiamondhHoHstudyHofH
thermodynamicsHandHkineticsVHJournalbofbAppliedbPhysicsTH2019THYZdTHYgcYXa 2.5 5

340 vomogenizationHofHplasmonicHcrystalshHseekingHtheHepsilonUnearUzeroHeffectVHProceedingsbofbtheb
RoyalbSocietybA:bMathematicalobPhysicalbandbEngineeringbSciencesTH2019THbecTHZXYgXZZX 2.4 2

339 ’bservationHofHtheHnonlinearHvallHeffectHunderHtimeUreversalUsymmetricHconditionsVHNatureTH2019TH
cdcTHaaeUabZ 50.4 159

338 qorrelatedHinsulatorHbehaviourHatHhalfUfillingHinHmagicUangleHgrapheneHsuperlatticesVHNatureTH2018TH
ccdTHfXUfb 50.4 1771

337 −nconventionalHsuperconductivityHinHmagicUangleHgrapheneHsuperlatticesVHNatureTH2018THccdTHbaUcX 50.4 2942

336 −niversalHbehaviorHofHaHdispersiveHriracHconeHinHgradientUindexHplasmonicHmetamaterialsVHPhysicalb
ReviewbBTH2018THgeTH 3.3 3

335 oHqomparativeHobHwnitioH×tudyHofHonhydrousHrehydrogenationHofHzinearUqhainHolcoholsHonHquPYYXQVH
JournalbofbPhysicalbChemistrybCTH2018THYZZTHefXdUefYc 3.8 12

334 wmplantedHneuralHnetworkHpotentialshHopplicationHtoHziU×iHalloysVHPhysicalbReviewbBTH2018THgeTH 3.3 48

333 wdentifyingHkeyHdescriptorsHinHsurfaceHbindinghHinterplayHofHsurfaceHanchoringHandHintermolecularH
interactionsHforHcarboxylatesHonHouPYYXQVHChemicalbScienceTH2018THgTHaecgUaedd 9.4 9

332 ueneralHsffectHofHvanHderHαaalsHwnteractionsHonHtheH×tabilityHofHolkoxyHwntermediatesHonH{etalH
×urfacesVHJournalbofbPhysicalbChemistrybBTH2018THYZZTHcccUcdX 3.4 15

331 rryHrehydrogenationHofHsthanolHonH–tâ��quH×ingleHotomHolloysVHTopicsbinbCatalysisTH2018THdYTHaZfUaac 2.3 34

330 slectronicHstructureHtheoryHofHstrainedHtwoUdimensionalHmaterialsHwithHhexagonalHsymmetryVH
PhysicalbReviewbBTH2018THgfTH 3.3 37

329 snhancedHsuperconductivityHuponHweakeningHofHchargeHdensityHwaveHtransportHinHZvUéa×ZHinHtheH
twoUdimensionalHlimitVHPhysicalbReviewbBTH2018THgfTH 3.3 46

328 qompressionHofHαannierHfunctionsHintoHuaussianUtypeHorbitalsVHComputerbPhysicsbCommunicationsTH
2018THZaXTHZeUae 4.2 2

327 }onadiabaticHvydrogenHrissociationHonHqopperH}anoclustersVHJournalbofbPhysicalbChemistrybLettersTH
2018THgTHcaagUcaba 6.4 7

326 }ewH–athwayHforHvotHslectronHRelaxationHinHéwoUrimensionalHveterostructuresVHNanobLettersTH2018
THYfTHdXceUdXda 11.5 37

325 veterointerfaceHeffectsHinHtheHelectrointercalationHofHvanHderHαaalsHheterostructuresVHNatureTH2018
THccfTHbZcUbZg 50.4 125

324 αaterHfacilitatesHoxygenHmigrationHonHgoldHsurfacesVHPhysicalbChemistrybChemicalbPhysicsTH2018THZXTHZYgdUZZXb3.6 14

(2018-2019)
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323 rensityHfunctionalHtheoryHbeyondHtheHpornU’ppenheimerHapproximationhHoccurateHtreatmentHofH
theHionicHzeroUpointHmotionVHPhysicalbReviewbBTH2018THgfTH 3.3 3

322 RelaxationHandHdomainHformationHinHincommensurateHtwoUdimensionalHheterostructuresVHPhysicalb
ReviewbBTH2018THgfTH 3.3 87

321 rihedralUangleUcorrectedHregistryUdependentHinterlayerHpotentialHforHmultilayerHgrapheneH
structuresVHPhysicalbReviewbBTH2018THgfTH 3.3 23

320 perryHcurvatureHdipoleHcurrentHinHtheHtransitionHmetalHdichalcogenidesHfamilyVHPhysicalbReviewbBTH
2018THgfTH 3.3 66

319 ReactionUwnducedHsxcitationsHandHéheirHsffectHonH×urfaceHqhemistryVHACSbCatalysisTH2018THfTHYXacfUYXada13.1 4

318 zithiumHwntercalationHinHurapheneâ��{o×ZHveterostructuresVHJournalbofbPhysicalbChemistrybCTH2018TH
YZZTHZbcacUZbcbY 3.8 29

317 onhydrousH{ethanolHandHsthanolHrehydrogenationHatHquPYYYQH×tepHsdgesVHJournalbofbPhysicalb
ChemistrybCTH2018THYZZTHZYgcZUZYgdZ 3.8 12

316 snergeticsHandHkineticsHofHvacancyHdefectsHinHbvU×iqVHPhysicalbReviewbBTH2018THgfTH 3.3 20

315 –ressureHdependenceHofHtheHmagicHtwistHangleHinHgrapheneHsuperlatticesVHPhysicalbReviewbBTH2018TH
gfTH 3.3 103

314 —uantumHplasmonsHwithHopticalUrangeHfrequenciesHinHdopedHfewUlayerHgrapheneVHPhysicalbReviewbBTH
2018THgeTH 3.3 13

313 smergenceHandHdynamicalHpropertiesHofHstochasticHbranchingHinHtheHelectronicHflowsHofHdisorderedH
riracHsolidsVHEurophysicsbLettersTH2018THYZZTHZeXXa 1.6 3

312 {agneticHresonanceHspectroscopyHofHanHatomicallyHthinHmaterialHusingHaHsingleUspinHqubitVHScienceTH
2017THaccTHcXaUcXe 33.3 74

311 {acroscopicHarH}anoporosityHtormationHbyHrryH’xidationHofHogouHolloysVHJournalbofbPhysicalb
ChemistrybCTH2017THYZYTHcYYcUcYZZ 3.8 16

310 ×trainHeffectsHonHtheHbehaviorHofHisolatedHandHpairedHsulfurHvacancyHdefectsHinHmonolayerH{o×ZVH
PhysicalbReviewbBTH2017THgcTH 3.3 42

309 éwistronicshH{anipulatingHtheHelectronicHpropertiesHofHtwoUdimensionalHlayeredHstructuresHthroughH
theirHtwistHangleVHPhysicalbReviewbBTH2017THgcTH 3.3 171

308 wmpactHofHVibrationsHandHslectronicHqoherenceHonHslectronHéransferHinHtlatH{olecularHαiresVHMRSb
AdvancesTH2017THZTHfYYUfYd 0.7 1

307 sffectHofHnanoscaleHflowsHonHtheHsurfaceHstructureHofHnanoporousHcatalystsVHJournalbofbChemicalb
PhysicsTH2017THYbdTHZYbeXa 3.9 20

306 RelationshipHbetweenHlocalHstructureHandHrelaxationHinHoutUofUequilibriumHglassyHsystemsVH
ProceedingsbofbthebNationalbAcademybofbSciencesbofbthebUnitedbStatesbofbAmericaTH2017THYYbTHZdaUZde 11.5 60
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305 –olyiodideUropedHurapheneVHJournalbofbPhysicalbChemistrybCTH2017THYZYTHdXgUdYc 3.8 19

304 RepresentationsHinHneuralHnetworkHbasedHempiricalHpotentialsVHJournalbofbChemicalbPhysicsTH2017TH
YbeTHXZbYXb 3.9 32

303 }anoribbonHedgesHofHtransitionUmetalHdichalcogenideshH×tabilityHandHelectronicHpropertiesVHPhysicalb
ReviewbBTH2017THgdTH 3.3 15

302 occurateHformationHenergiesHofHchargedHdefectsHinHsolidshHoHsystematicHapproachVHPhysicalbReviewbBTH
2017THgcTH 3.3 22

301 oHforceUmatchingH×tillingerUαeberHpotentialHforH{o×ZhH–arameterizationHandHtisherHinformationH
theoryHbasedHsensitivityHanalysisVHJournalbofbAppliedbPhysicsTH2017THYZZTHZbbaXY 2.5 11

300 spsilonUnearUzeroHbehaviorHfromHplasmonicHriracHpointhHéheoryHandHrealizationHusingH
twoUdimensionalHmaterialsVHPhysicalbReviewbBTH2016THgbTH 3.3 23

299 qontrollingH’HcoverageHandHstabilityHbyHalloyingHouHandHogVHPhysicalbChemistrybChemicalbPhysicsTH
2016THYfTHZdfbbUZdfca 3.6 15

298 rualHroleHofHteHdopantsHinHenhancingHstabilityHandHchargeHtransferHinHPziXVfteXVZQ’vte×eH
superconductorsVHPhysicalbReviewbBTH2016THgaTH 3.3 11

297 poundsHonHnanoscaleHnematicityHinHsingleUlayerHte×eW×réi’aVHPhysicalbReviewbBTH2016THgaTH 3.3 11

296 slectronicHstructureHtheoryHofHweaklyHinteractingHbilayersVHPhysicalbReviewbBTH2016THgaTH 3.3 114

295 ziHintercalationHatHgrapheneWhexagonalHboronHnitrideHinterfacesVHPhysicalbReviewbBTH2016THgaTH 3.3 27

294 vowHroesH}anoporousHuoldHrissociateH{olecularH’xygenmVHJournalbofbPhysicalbChemistrybCTH2016TH
YZXTHYddadUYddbX 3.8 36

293 {appingHreactiveHflowHpatternsHinHmonolithicHnanoporousHcatalystsVHMicrofluidicsbandbNanofluidicsTH
2016THZXTHY 2.8 38

292 {o×HtieldUsffectHéransistorHwithH×ubUYXHnmHqhannelHzengthVHNanobLettersTH2016THYdTHeegfUefXd 11.5 283

291 sstablishingHtheHlimitsHofHefficiencyHofHperovskiteHsolarHcellsHfromHfirstHprinciplesHmodelingVHScientificb
ReportsTH2016THdTHadYXf 4.9 34

290 }oncovalentHpondingHqontrolsH×electivityHinHveterogeneousHqatalysishHqouplingHReactionsHonHuoldVH
JournalbofbthebAmericanbChemicalbSocietyTH2016THYafTHYcZbaUYcZcX 16.4 35

289 ×trainHdependenceHofHbandHgapsHandHexcitonHenergiesHinHpureHandHmixedHtransitionUmetalH
dichalcogenidesVHPhysicalbReviewbBTH2016THgbTH 3.3 72

288 rumbbellHrefectsHinHte×eHtilmshHoH×canningHéunnelingH{icroscopyHandHtirstU–rinciplesH
wnvestigationVHNanobLettersTH2016THYdTHbZZbUg 11.5 28

(2016-2017)
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287 éheoryHofHurapheneHRamanH×catteringVHACSbNanoTH2016THYXTHZfXaUYf 16.7 65

286 qatalystHdesignHforHenhancedHsustainabilityHthroughHfundamentalHsurfaceHchemistryVHPhilosophicalb
TransactionsbSeriesbAobMathematicalobPhysicalobandbEngineeringbSciencesTH2016THaebTH 3 13

285 oHstructuralHapproachHtoHrelaxationHinHglassyHliquidsVHNaturebPhysicsTH2016THYZTHbdgUbeY 16.2 214

284 RealUéimeHérUrtéHwithHqlassicalHwonHrynamicshH{ethodologyHandHopplicationsVHJournalbofbChemicalb
TheorybandbComputationTH2016THYZTHbddUed 6.4 41

283 zongUéimeHrynamicsHthroughH–arallelHérajectoryH×plicingVHJournalbofbChemicalbTheorybandb
ComputationTH2016THYZTHYfUZf 6.4 55

282 eReaxtthHoH–seudoclassicalHéreatmentHofHsxplicitHslectronsHwithinHReactiveHtorceHtieldH×imulationsVH
JournalbofbChemicalbTheorybandbComputationTH2016THYZTHabdaUeZ 6.4 59

281 slectricHfieldHtuningHofHbandHoffsetsHinHtransitionHmetalHdichalcogenidesVHPhysicalbReviewbBTH2016THgbTH 3.3 18

280 –erturbationHtheoryHforHweaklyHcoupledHtwoUdimensionalHlayersVHJournalbofbMaterialsbResearchTH2016
THaYTHgcgUgdd 2.5 18

279 rirectHvisualizationHofHquasiUorderedHoxygenHchainHstructuresHonHouPYYXQUPYHˆ�HZQVHSurfacebScienceTH
2016THdcXTHcUYX 1.8 22

278 sffectsHofHynudsenHdiffusivityHonHtheHeffectiveHreactivityHofHnanoporousHcatalystHmediaVHJournalbofb
ComputationalbScienceTH2016THYeTHaeeUafa 3.4 34

277 ×tructuralH–ropertiesHofHrefectsHinHulassyHziquidsVHJournalbofbPhysicalbChemistrybBTH2016THYZXTHdYagUbd 3.4 44

276 snhancingHtheHvydrogenHoctivationHReactivityHofH}onpreciousH{etalH×ubstratesHviaHqonfinedH
qatalysisH−nderneathHurapheneVHNanobLettersTH2016THYdTHdXcfUdXda 11.5 82

275 ×uperlatticeUwnducedHwnsulatingH×tatesHandHValleyU–rotectedH’rbitsHinHéwistedHpilayerHurapheneVH
PhysicalbReviewbLettersTH2016THYYeTHYYdfXb 7.4 218

274 éheHeffectHofHogTH–bHandHpiHimpuritiesHonHgrainHboundaryHslidingHandHintergranularHdecohesionHinH
qopperVHPhilosophicalbMagazineTH2016THgdTHZfdfUZffd 1.6 7

273 vighUéemperatureH—uantumHonomalousHvallHsffectHinHnUpHqodopedHéopologicalHwnsulatorsVHPhysicalb
ReviewbLettersTH2016THYYeTHXcdfXb 7.4 55

272 otomisticHmechanismsHforHbilayerHgrowthHofHgrapheneHonHmetalHsubstratesVHPhysicalbReviewbBTH2015TH
gYTH 3.3 30

271 onatomyHofHtheH–hotochemicalHReactionhHsxcitedU×tateHrynamicsHRevealsHtheHqUvHocidityH
{echanismHofH{ethoxyH–hotoUoxidationHonHéitaniaVHJournalbofbPhysicalbChemistrybLettersTH2015THdTHYdZbUe6.4 55

270 ×tressHeffectsHonHtheHinitialHlithiationHofHcrystallineHsiliconHnanowireshHreactiveHmolecularHdynamicsH
simulationsHusingHReaxttVHPhysicalbChemistrybChemicalbPhysicsTH2015THYeTHafaZUbX 3.6 80
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8



269 obHinitioHtightUbindingHvamiltonianHforHtransitionHmetalHdichalcogenidesVHPhysicalbReviewbBTH2015TH
gZTH 3.3 111

268 RevealingHtheHsmptyU×tateHslectronicH×tructureHofH×ingleU−nitUqellHte×eW×réi’aVHPhysicalbReviewb
LettersTH2015THYYcTHXYeXXZ 7.4 48

267 wdentifyingHstructuralHflowHdefectsHinHdisorderedHsolidsHusingHmachineUlearningHmethodsVHPhysicalb
ReviewbLettersTH2015THYYbTHYXfXXY 7.4 206

266 ×urfaceHplasmonHengineeringHinHgrapheneHfunctionalizedHwithHorganicHmoleculeshHaHmultiscaleH
theoreticalHinvestigationVHNanobLettersTH2014THYbTHcXUd 11.5 34

265 –arallelHinHtimeHapproximationHofHtheHlatticeHpoltzmannHmethodHforHlaminarHflowsVHJournalbofb
ComputationalbPhysicsTH2014THZeXTHceeUcfd 4.1 8

264 ×tructuralHstabilityHandHelectronicHpropertiesHofHlowUindexHsurfacesHofH×n×VHJournalbofbAppliedbPhysics
TH2014THYYcTHYeaeXZ 2.5 23

263 urapheneW{o×ZHhybridHtechnologyHforHlargeUscaleHtwoUdimensionalHelectronicsVHNanobLettersTH2014TH
YbTHaXccUda 11.5 472

262 spitaxialHgrowthHofHmolecularHcrystalsHonHvanHderHwaalsHsubstratesHforHhighUperformanceHorganicH
electronicsVHAdvancedbMaterialsTH2014THZdTHZfYZUe 24 103

261 —ualitativeHlinkHbetweenHworkHofHadhesionHandHthermalHconductanceHofHmetalWdiamondHinterfacesVH
JournalbofbAppliedbPhysicsTH2014THYYcTHYZacXg 2.5 34

260 tirstHprinciplesHstudyHofHpointHdefectsHinH×n×VHPhysicalbChemistrybChemicalbPhysicsTH2014THYdTHZdYedUfa 3.6 60

259 rirectHobservationHofHaHlongUlivedHsingleUatomHcatalystHchiselingHatomicHstructuresHinHgrapheneVH
NanobLettersTH2014THYbTHbcXUc 11.5 69

258 —uantumHphaseHtransitionsHandHtopologicalHproximityHeffectsHinHgrapheneHnanoribbonH
heterostructuresVHNanoscaleTH2014THdTHaZcgUde 7.7 8

257 éheoryHofHstructuralHtransformationHinHlithiatedHamorphousHsiliconVHNanobLettersTH2014THYbTHbXdcUeX 11.5 40

256 rynamicsHofHtheH–hotogeneratedHvoleHatHtheHRutileHéi’ZPYYXQWαaterHwnterfacehHoH}onadiabaticH
×imulationH×tudyVHJournalbofbPhysicalbChemistrybCTH2014THYYfTHZeagaUZebXY 3.8 30

255 {orphologicalHevolutionHofH×iHnanowiresHuponHlithiationhHaHfirstUprinciplesHmultiscaleHmodelVHNanob
LettersTH2013THYaTHZXYYUc 11.5 39

254 slectricallyHdrivenHtuningHofHtheHdielectricHconstantHinH{o×ZHlayersVHACSbNanoTH2013THeTHYXebYUd 16.7 146

253 ’ptoelectronicHpropertiesHofHsingleUlayerTHdoubleUlayerTHandHbulkHtinHsulfidehHoHtheoreticalHstudyVH
JournalbofbAppliedbPhysicsTH2013THYYaTHZaacXe 2.5 107

252 éuningHtheHelectronicHandHchemicalHpropertiesHofHmonolayerH{o×ZHadsorbedHonHtransitionHmetalH
substratesVHNanobLettersTH2013THYaTHcXgUYb 11.5 239

(2013-2015)
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251 slectricUfieldHdependenceHofHtheHeffectiveHdielectricHconstantHinHgrapheneVHNanobLettersTH2013THYaTHfgfUgXZ11.5 147

250 odsorptionHandHdiffusionHofHlithiumHonHlayeredHsiliconHforHziUionHstorageVHNanobLettersTH2013THYaTHZZcfUda 11.5 299

249 —uasiparticleHbandHstructuresHandHinterfaceHphysicsHofH×n×HandHue×VHPhysicalbReviewbBTH2013THfeTH 3.3 52

248 –erformanceHonalysisHofHtheHzatticeHpoltzmannH{odelHpeyondH}avierU×tokesH2013TH 29

247 {ultiscaleHvemodynamicsH−singHu–−HqlustersVHCommunicationsbinbComputationalbPhysicsTH2012THYYTHbfUdb2.4 13

246 ’pticalHandHelasticHpropertiesHofHdiamondUlikeHcarbonHwithHmetallicHinclusionshHoHtheoreticalHstudyVH
JournalbofbAppliedbPhysicsTH2012THYYZTHYXacXa 2.5 28

245 riffusionHofHzithiumHinHpulkHomorphousH×iliconhHoHéheoreticalH×tudyVHJournalbofbPhysicalbChemistrybCTH
2012THYYdTHZZZYZUZZZYd 3.8 138

244 obHinitioHdeterminationHofHcoarseUgrainedHinteractionsHinHdoubleUstrandedHr}oVHJournalbofbChemicalb
PhysicsTH2012THYaeTHYXcYXZ 3.9 32

243 ReactiveHflowHinHsiliconHelectrodesHassistedHbyHtheHinsertionHofHlithiumVHNanobLettersTH2012THYZTHbageUbXa 11.5 145

242 ×tructuralHroleHofHRy×HmotifsHinHchromatinHinteractionshHaHmolecularHdynamicsHstudyHofHv–YHboundH
toHaHvariablyHmodifiedHhistoneHtailVHBiophysicalbJournalTH2012THYXZTHYgZdUaa 2.9 34

241 wdentificationHofHdefectsHatHtheHinterfaceHbetweenHaqU×iqHquantumHdotsHandHaH×i’ZHembeddingH
matrixVHPhysicabStatusbSolidibkBl:bBasicbResearchTH2012THZbgTHadXUade 1.3 6

240 rirectHimagingHofHatomicUscaleHripplesHinHfewUlayerHgrapheneVHNanobLettersTH2012THYZTHZZefUfZ 11.5 30

239 éheoreticalHinvestigationHofHtheHqdXWcopperHphthalocyanineHorganicHphotovoltaicHheterojunctionVH
NanobResearchTH2012THcTHZbfUZce 10 29

238 éopologicalHurapheneHwmagingHandHtabricationHofHrevicesVHMicroscopybandbMicroanalysisTH2012THYfTHYcabUYcac0.5

237 éheoreticalH×tudyHofH’UossistedH×electiveHqouplingHofH{ethanolHonHouPYYYQVHJournalbofbPhysicalb
ChemistrybCTH2011THYYcTHaeXaUaeXf 3.8 82

236 resignHofHryeHocceptorsHforH–hotovoltaicsHfromHtirstU–rinciplesHqalculationsVHJournalbofbPhysicalb
ChemistrybCTH2011THYYcTHgZedUgZfZ 3.8 69

235 –ropertiesHofHcopperHPfluoroUQphthalocyanineHlayersHdepositedHonHepitaxialHgrapheneVHJournalbofb
ChemicalbPhysicsTH2011THYabTHYgbeXd 3.9 75

234 rUˇ�UoHdyeHsystemHcontainingHcyanoUbenzoicHacidHasHanchoringHgroupHforHdyeUsensitizedHsolarHcellsVH
LangmuirTH2011THZeTHYbZbfUcZ 4 39

EfthimiosuKaxiras
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233
éheHroleHofHsurfaceHandHsubsurfaceHpointHdefectsHforHchemicalHmodelHstudiesHonHéi’ZhHaH
firstUprinciplesHtheoreticalHstudyHofHformaldehydeHbondingHonHrutileHéi’ZPYYXQVHChemistrybpbAb
EuropeanbJournalTH2011THYeTHbbgdUcXd

4.8 66

232 RoleHofHdefectsHinHpropeneHadsorptionHandHreactionHonHaHpartiallyH’UcoveredHouPYYYQHsurfaceVH
CatalysisbSciencebandbTechnologyTH2011THYTHYYdd 5.5 15

231 zithiumUassistedHplasticHdeformationHofHsiliconHelectrodesHinHlithiumUionHbatterieshHaHfirstUprinciplesH
theoreticalHstudyVHNanobLettersTH2011THYYTHZgdZUe 11.5 276

230 urapheneHstructuresHatHanHextremeHdegreeHofHbucklingVHACSbNanoTH2011THcTHYagcUbXX 16.7 39

229 }ewHwnsightsHintoHtheH×tructureHofHtheHVaporWαaterHwnterfaceHfromHzargeU×caleHtirstU–rinciplesH
×imulationsVHJournalbofbPhysicalbChemistrybLettersTH2011THZTHYXcUYa 6.4 114

228 ×tiffeningHofHorganosilicateHglassesHbyHorganicHcrossUlinkingVHActabMaterialiaTH2011THcgTHbbUcZ 8.4 53

227 opproachingHtheHintrinsicHbandHgapHinHsuspendedHhighUmobilityHgrapheneHnanoribbonsVHPhysicalb
ReviewbBTH2011THfbTH 3.3 32

226 uroupHtheoreticalHanalysisHofHnitrogenUvacancyHcenterâ��sHenergyHlevelsHandHselectionHrulesVHMaterialsb
ResearchbSocietybSymposiabProceedingsTH2011THYZfZTHgc

225 pottomUupH{odelingHofHtheHslasticH–ropertiesHofH’rganosilicateHulassesHandHtheirHRelationHtoH
qompositionHandH}etworkHrefectsVHMaterialsbResearchbSocietybSymposiabProceedingsTH2011THYZgeTHYe 2

224 smbrittlementHofHmetalHbyHsoluteHsegregationUinducedHamorphizationVHPhysicalbReviewbLettersTH
2010THYXbTHYcccXZ 7.4 58

223 {ultiscaleH×imulationHofHqardiovascularHflowsHonHtheHwp{HpluegeneW–hHtullHveartUqirculationH×ystemH
atHRedUploodHqellHResolutionH2010TH 23

222 urapheneHhydratehHtheoreticalHpredictionHofHaHnewHinsulatingHformHofHgrapheneVHNewbJournalbofb
PhysicsTH2010THYZTHYZcXYZ 2.9 38

221 ’pticalHpropertiesHofHclustersHandHmoleculesHfromHrealUtimeHtimeUdependentHdensityHfunctionalH
theoryHusingHaHselfUconsistentHfieldVHMolecularbPhysicsTH2010THYXfTHYfZgUYfbb 1.7 12

220 slectronHandHholeHdynamicsHinHdyeUsensitizedHsolarHcellshHinfluencingHfactorsHandHsystematicHtrendsVH
NanobLettersTH2010THYXTHYZafUbe 11.5 116

219 slectricUfieldHcontrolHofHmagnetismHinHgrapheneHquantumHdotshHobHinitioHcalculationsVHPhysicalb
ReviewbBTH2010THfZTHZXYbYY 3.3 38

218 zocalHpondingHsffectsHinHtheH’xidationHofHq’HonH’xygenUqoveredHouPYYYQHfromHobHwnitioH{olecularH
rynamicsH×imulationsVHJournalbofbChemicalbTheorybandbComputationTH2010THdTHZegUfe 6.4 13

217 qompositionalHtuningHofHultrathinHsurfaceHoxidesHonHmetalHandHalloyHsubstratesHusingHphotonshH
rynamicHsimulationsHandHexperimentsVHPhysicalbReviewbBTH2010THfYTH 3.3 13

216 wnsightsHfromHéheoryHonHtheHRelationshipHpetweenH×urfaceHReactivityHandHuoldHotomHReleaseVH
TopicsbinbCatalysisTH2010THcaTHadcUaee 2.3 15

(2010-2011)
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215 oHflexibleHhighUperformanceHzatticeHpoltzmannHu–−HcodeHforHtheHsimulationsHofHfluidHflowsHinH
complexHgeometriesVHConcurrencybComputationbPracticebandbExperienceTH2010THZZTHYUYb 1.4 89

214 wsHtheHnatureHofHmagneticHorderHinHcopperUoxidesHandHinHironUpnictidesHdifferentmVHSolidbStateb
CommunicationsTH2010THYcXTHdZUdc 1.6 7

213 vydrokineticHapproachHtoHlargeUscaleHcardiovascularHbloodHflowVHComputerbPhysicsbCommunicationsTH
2010THYfYTHbdZUbeZ 4.2 52

212 onnealingHsimulationsHtoHdetermineHtheHmatrixHinterfaceHstructureHofH×iqHquantumHdotsHembeddedH
inH×i’ZVHPhysicabStatusbSolidibC:bCurrentbTopicsbinbSolidbStatebPhysicsTH2010THeTHbXeUbYX 2

211 éheoryHofHspinUconservingHexcitationHofHtheH}UVPUQHcenterHinHdiamondVHPhysicalbReviewbLettersTH2009TH
YXaTHYfdbXb 7.4 158

210 {−–vYhHoHparallelH{−ltiH–vYsicsWscaleHcodeHforHhighHperformanceHbioUfluidicHsimulationsVHComputerb
PhysicsbCommunicationsTH2009THYfXTHYbgcUYcXZ 4.2 101

209
–redictionHofHcoronaryHarteryHplaqueHprogressionHandHpotentialHruptureHfromHaZXUdetectorHrowH
prospectivelyHsquUgatedHsingleHheartHbeatHqéHangiographyhHzatticeHpoltzmannHevaluationHofH
endothelialHshearHstressVHInternationalbJournalbofbCardiovascularbImagingTH2009THZcTHZfgUZgg

2.5 46

208 }atureHofH’xidationHofHtheHouPYYYQH×urfacehHsxperimentalHandHéheoreticalHwnvestigationVHJournalbofb
PhysicalbChemistrybCTH2009THYYaTHYdcdYUYdcdb 3.8 41

207 ×tructuralTHelectronicTHandHopticalHpropertiesHofHrepresentativeHquUflavonoidHcomplexesVHJournalbofb
PhysicalbChemistrybBTH2009THYYaTHdbefUfa 3.4 27

206 otomicH’xygenHodsorptionHonHouPYYYQH×urfacesHwithHrefectsVHJournalbofbPhysicalbChemistrybCTH2009TH
YYaTHaZaZUaZaf 3.8 71

205 vighHResolutionH×culptingHandHwmagingHforHurapheneH}anoUstructuresVHMicroscopybandbMicroanalysis
TH2009THYcTHYYddUYYde 0.5 1

204 éopologicalHfrustrationHinHgrapheneHnanoflakeshHmagneticHorderHandHspinHlogicHdevicesVHPhysicalb
ReviewbLettersTH2009THYXZTHYceZXY 7.4 209

203 slectricHfieldHtuningHofHoxygenHstoichiometryHatHoxideHsurfaceshHmolecularHdynamicsHsimulationsH
studiesHofHzirconiaVHEnergybandbEnvironmentalbScienceTH2009THZTHYYgd 35.4 26

202 }umericalHsimulationHofHconformationalHvariabilityHinHbiopolymerHtranslocationHthroughHwideH
nanoporesVHJournalbofbStatisticalbMechanics:bTheorybandbExperimentTH2009THZXXgTH–XdXXg 1.9 5

201 ×izeHlimitsHonHdopingHphosphorusHintoHsiliconHnanocrystalsVHNanobLettersTH2008THfTHcgdUdXX 11.5 137

200 éheoreticalHmodelsHofHeumelaninHprotomoleculesHandHtheirHopticalHpropertiesVHBiophysicalbJournalTH
2008THgbTHZXgcUYXc 2.9 86

199 {echanismsHforHultrafastHnonradiativeHrelaxationHinHelectronicallyHexcitedHeumelaninHconstituentsVH
BiophysicalbJournalTH2008THgcTHbagdUbXZ 2.9 37

198 obHinitioHsupercellHcalculationsHonHnitrogenUvacancyHcenterHinHdiamondhHslectronicHstructureHandH
hyperfineHtensorsVHPhysicalbReviewbBTH2008THeeTH 3.3 192

EfthimiosuKaxiras
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197 }aturalHdyesHadsorbedHonHéi’ZHnanowireHforHphotovoltaicHapplicationshHenhancedHlightHabsorptionH
andHultrafastHelectronHinjectionVHNanobLettersTH2008THfTHaZddUeZ 11.5 181

196 slectronicHnatureHofHstepUedgeHbarriersHagainstHadatomHdescentHonHtransitionUmetalHsurfacesVH
PhysicalbReviewbLettersTH2008THYXYTHZYdYXY 7.4 27

195 qomplexationHofHflavonoidsHwithHironhHstructureHandHopticalHsignaturesVHJournalbofbPhysicalb
ChemistrybBTH2008THYYZTHYfbcUcX 3.4 103

194 {ultiscaleH×imulationHofH}anobiologicalHtlowsVHComputingbinbSciencebandbEngineeringTH2008THYXTHYXUYg 1.5 19

193 }atureHofHqlHbondingHonHtheHouPYYYQHsurfacehHevidenceHofHaHmainlyHcovalentHinteractionVHJournalbofb
thebAmericanbChemicalbSocietyTH2008THYaXTHaeZXUY 16.4 57

192 qhlorineHadsorptionHonHouPYYYQhHchlorineHoverlayerHorHsurfaceHchloridemVHJournalbofbthebAmericanb
ChemicalbSocietyTH2008THYaXTHacdXUc 16.4 72

191 urapheneHnanotlakesHwithHlargeHspinVHNanobLettersTH2008THfTHZbYUc 11.5 393

190 —uantizedHcurrentHblockadeHandHhydrodynamicHcorrelationsHinHbiopolymerHtranslocationHthroughH
nanoporeshHevidenceHfromHmultiscaleHsimulationsVHNanobLettersTH2008THfTHYYYcUg 11.5 29

189 qommentHonHgrapheneHnanoflakesHwithHlargeHspinhHbrokenUsymmetryHstatesVHNanobLettersTH2008THfTHedd 11.5 70

188 qhlorineHinteractionHwithHdefectsHonHtheHouPYYYQHsurfacehHaHfirstUprinciplesHtheoreticalHinvestigationVH
JournalbofbChemicalbPhysicsTH2008THYZgTHYXbeXZ 3.9 22

187 {−–vYhHoHparallelHhighHperformanceH{−ltiH–vYsicsW×caleHcodeVHParallelbandbDistributedbProcessingb
SymposiumbkIPDPSlobProceedingsbofbthebInternationalbConferencebonTH2008TH 2

186 sffectiveHvamiltonianHforHteosUbasedHsuperconductorsVHPhysicalbReviewbBTH2008THefTH 3.3 25

185 ×electiveHthermalHreductionHofHsingleUlayerH{o’aHnanostructuresHonHouPYYYQVHSurfacebScienceTH2008TH
dXZTHYYddUYYeb 1.8 48

184 {ultiscaleHsimulationsHofHcomplexHsystemshHcomputationHmeetsHrealityVHScientificbModelingbandb
SimulationbSMNSTH2008THYcTHcgUdc 4

183 reterminationHofHr}oUbaseHorientationHonHcarbonHnanotubesHthroughHdirectionalHopticalH
absorbanceVHNanobLettersTH2007THeTHZaYZUd 11.5 56

182 {etalUdiborideHnanotubesHasHhighUcapacityHhydrogenHstorageHmediaVHNanobLettersTH2007THeTHddaUe 11.5 108

181 r}oHnucleosideHinteractionHandHidentificationHwithHcarbonHnanotubesVHNanobLettersTH2007THeTHbcUcX 11.5 144

180 ×emiconductingHcyanideUtransitionUmetalHnanotubesVHSmallTH2007THaTHYZcaUf 11 5

(2007-2008)
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179 {ultiscaleHmodelHofHelectronicHbehaviorHandHlocalizationHinHstretchedHdryHr}oVHJournalbofbMaterialsb
ScienceTH2007THbZTHffgbUfgXa 4.3 5

178
sπ–z’Rw}uHr}oHéRo}×z’qoéw’}HévR’−uvHoH}o}’–’RsHVwoHoH{−zéw×qozsH
zoééwqsUp’zéZ{o}}H{’zsq−zoRUrY}o{wq×H{sév’r’z’uYVHInternationalbJournalbofbModernb
PhysicsbCTH2007THYfTHdfcUdgZ

1.1 13

177 αaterHwettabilityHofHcloseUpackedHmetalHsurfacesVHJournalbofbChemicalbPhysicsTH2007THYZeTHZbbeYX 3.9 17

176 ×tructureHofHincommensurateHgoldHsulfideHmonolayerHonHouPYYYQVHJournalbofbChemicalbPhysicsTH2007TH
YZeTHYXbeXb 3.9 18

175 octiveHroleHofHburiedHultrathinHoxideHlayersHinHadsorptionHofH’ZHonHouHfilmsVHSurfacebScienceTH2006TH
dXXTHaaffUaaga 1.8 14

174 smbeddedHatomHmethodHpotentialsHemployingHaHfaithfulHdensityHrepresentationVHModellingbandb
SimulationbinbMaterialsbSciencebandbEngineeringTH2006THYbTHeZYUeaY 2 7

173 ×chottkyHbarrierHformationHatHaHcarbonHnanotubeâ��metalHjunctionVHAppliedbPhysicsbLettersTH2006THfgTHZbaYXe3.4 36

172 {ultiscaleHqouplingHofH{olecularHrynamicsHandHvydrodynamicshHopplicationHtoHr}oHéranslocationH
throughHaH}anoporeVHMultiscalebModelingbandbSimulationTH2006THcTHYYcdUYYea 1.8 80

171 tormationHofHmonatomicHteHchainsHonHvicinalHquPYYYQHsurfaceshHonHatomisticHviewVHPhysicalbReviewbBTH
2006THeaTH 3.3 25

170 tromHelectronsHtoHfiniteHelementshHoHconcurrentHmultiscaleHapproachHforHmetalsVHPhysicalbReviewbBTH
2006THeaTH 3.3 93

169 ×tructuralHmodelHofHeumelaninVHPhysicalbReviewbLettersTH2006THgeTHZYfYXZ 7.4 148

168 RichHcoordinationHchemistryHofHouHadatomsHinHgoldHsulfideHmonolayerHonHouPYYYQVHJournalbofb
PhysicalbChemistrybBTH2006THYYXTHYcddaUc 3.4 39

167 éheHnatureHofHcontactHbetweenH–dHleadsHandHsemiconductingHcarbonHnanotubesVHNanobLettersTH2006
THdTHYbYcUg 11.5 44

166 slectronicHstructureHofH–dUcoveredHPYXTXQHcarbonHnanotubeVHPhysicabStatusbSolidibkBl:bBasicbResearchTH
2006THZbaTHZYdbUZYdg 1.3 6

165 éheoryHofHspintronicHmaterialsVHPhysicabStatusbSolidibkBl:bBasicbResearchTH2006THZbaTHZYaaUZYcX 1.3 11

164 tirstUprinciplesHstudiesHofHtheHelectronicHstructureHofHcyclopenteneHonH×iPXXYQhHdensityHfunctionalH
theoryHandHuαHcalculationsVHPhysicabStatusbSolidibkBl:bBasicbResearchTH2006THZbaTHZXbfUZXca 1.3 11

163 ’rbitalUfreeHdensityHfunctionalHtheoryHappliedHtoH}aolvbVHJournalbofbPhysicalbChemistrybBTH2005THYXgTHYdccbUdZ3.4 11

162 oHérrtéHstudyHofHtheHopticalHresponseHofHr}oHbasesTHbaseHpairsTHandHtheirHtautomersHinHtheHgasH
phaseVHJournalbofbPhysicalbChemistrybATH2005THYXgTHZaeaUfX 2.8 89

EfthimiosuKaxiras
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161 yineticHpathwayHforHtheHformationHofHfeHnanowiresHonHsteppedHquYYYHsurfacesVHPhysicalbReviewb
LettersTH2005THgbTHYcccXa 7.4 45

160 {ultiscaleHsimulationsHinHsimpleHmetalshHoHdensityUfunctionalUbasedHmethodologyVHPhysicalbReviewbB
TH2005THeYTH 3.3 84

159 qarbonHnanotubeHinteractionHwithHr}oVHNanobLettersTH2005THcTHfgeUgXX 11.5 136

158 {odelingHprittleHandHructileHpehaviorHofH×olidsHfromHtirstU–rinciplesHqalculationsH2005THcbcUcdb

157 oH×elfUqonsistentHqhargeHrensityUtunctionalHpasedHéightUpindingH×chemeHforHzargeHpiomoleculesH
2005THaceUaed 2

156 ×uperconductingHandHchargeâ��densityHwaveHinstabilitiesHinHultrasmallUradiusHcarbonHnanotubesVHSolidb
StatebCommunicationsTH2005THYacTHaacUaag 1.6 18

155 éuningHelectronicHpropertiesHofHnovelHmetalHoxideHnanocrystalsHusingHinterfaceHinteractionshH{o’aH
monolayersHonHouPYHYHYQVHSurfacebScienceTH2005THceeTHzeYUzee 1.8 30

154 vydrogenHembrittlementHofHaluminumhHtheHcrucialHroleHofHvacanciesVHPhysicalbReviewbLettersTH2005TH
gbTHYcccXY 7.4 190

153 qontrastingHgrowthHmodesHofH{nHonHuePYXXQHandHuePYYYQHsurfaceshHsubsurfaceHsegregationHversusH
intermixingVHPhysicalbReviewbLettersTH2004THgaTHYZdYXZ 7.4 56

152 {odelingHofHtheHcarbonUrichHcPbˆ�bQHreconstructionHonH×iPYXXQVHSurfacebScienceTH2004THccbTHgXUYXZ 1.8 5

151
{odelingHzincHinHbiomoleculesHwithHtheHselfHconsistentHchargeUdensityHfunctionalHtightHbindingH
P×qqUrtépQHmethodhHapplicationsHtoHstructuralHandHenergeticHanalysisVHJournalbofbComputationalb
ChemistryTH2003THZbTHcdcUfY

3.5 146

150 rinitrosylHformationHasHanHintermediateHstageHofHtheHreductionHofH}’HinHtheHpresenceHofH{o’aVH
JournalbofbChemicalbPhysicsTH2003THYYfTHdXbdUdXcY 3.9 12

149 –olarizationHswitchingHinH–béi’ahHanHabHinitioHfiniteHelementHsimulationVHActabMaterialiaTH2002THcXTHZgfgUaXXZ8.4 45

148 yineticHenergyHdensityHfunctionalsHforHnonUperiodicHsystemsVHSolidbStatebCommunicationsTH2002THYZYTHZfYUZfd1.6 41

147 oHlatticeHpoltzmannHstudyHofHreactiveHmicroflowsVHComputerbPhysicsbCommunicationsTH2002THYbeTHcYdUcZY4.2 9

146 zatticeHpoltzmannH×imulationHofHReactiveH{icroflowsHoverHqatalyticH×urfacesVHJournalbofbStatisticalb
PhysicsTH2002THYXeTHabaUadd 1.5 20

145 slectronicHstructureHofHoverstretchedHr}oVHPhysicalbReviewbBTH2002THddTH 3.3 39

144 qanHvacanciesHlubricateHdislocationHmotionHinHaluminummVHPhysicalbReviewbLettersTH2002THfgTHYXccXY 7.4 41

(2002-2005)
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143 odaptiveHnudgedHelasticHbandHapproachHforHtransitionHstateHcalculationVHJournalbofbChemicalbPhysicsTH
2002THYYeTHbdcYUbdcf 3.9 138

142 slectronicHstructureHofHsolidHnitromethanehHsffectsHofHhighHpressureHandHmolecularHvacanciesVH
JournalbofbChemicalbPhysicsTH2002THYYeTHeffUegg 3.9 91

141 —uantumHmechanicsHsimulationHofHproteinHdynamicsHonHlongHtimescaleVHProteins:bStructureobFunctionb
andbBioinformaticsTH2001THbbTHbfbUg 4.2 127

140 voRs×hHanHefficientHmethodHforHfirstUprinciplesHelectronicHstructureHcalculationsHofHcomplexH
systemsVHComputerbPhysicsbCommunicationsTH2001THYaeTHabYUadX 4.2 35

139 vydrogenHbondingHandHstackingHinteractionsHofHnucleicHacidHbaseHpairshHoHdensityUfunctionalUtheoryH
basedHtreatmentVHJournalbofbChemicalbPhysicsTH2001THYYbTHcYbgUcYcc 3.9 925

138 {ultiscaleHsimulationsHofHsiliconHnanoindentationVHActabMaterialiaTH2001THbgTHbXfgUbYXY 8.4 88

137 éhermodynamicsHofHqHincorporationHonH×iPYXXQHfromHabHinitioHcalculationsVHPhysicalbReviewbLettersTH
2001THfdTHbccdUg 7.4 35

136 vydrogenUenhancedHlocalHplasticityHinHaluminumhHanHabHinitioHstudyVHPhysicalbReviewbLettersTH2001TH
feTHXgccXY 7.4 112

135 oH—{W{{HwmplementationHofHtheH×elfUqonsistentHqhargeHrensityHtunctionalHéightHpindingH
P×qqUrtépQH{ethodVHJournalbofbPhysicalbChemistrybBTH2001THYXcTHcdgUcfc 3.4 523

134 rensityUfunctionalHtheoryHmodelingHofHbulkHmagnetismHwithHspinUdependentHpseudopotentialsVH
PhysicalbReviewbBTH2001THdbTH 3.3 17

133 éheHchemicalHnatureHofHsurfaceHpointHdefectsHonH{o’aPXYXQhHadsorptionHofHhydrogenHandHmethylVH
JournalbofbthebAmericanbChemicalbSocietyTH2001THYZaTHZZZbUaX 16.4 49

132 VariationalHfiniteUdifferenceHrepresentationHofHtheHkineticHenergyHoperatorVHPhysicalbReviewbBTH2001TH
dbTH 3.3 14

131 obUwnitioH×tudiesHofHol×bHPXXYQHodatomHpehaviorHandHReconstructionVHMaterialsbResearchbSocietyb
SymposiabProceedingsTH2000THdYfTHYY

130 oH×elfUqonsistentHqhargeHrensityUtunctionalHpasedHéightUpindingH×chemeHforHzargeHpiomoleculesVH
PhysicabStatusbSolidibkBl:bBasicbResearchTH2000THZYeTHaceUaed 1.3 190

129 {odelingHprittleHandHructileHpehaviorHofH×olidsHfromHtirstU–rinciplesHqalculationsVHPhysicabStatusb
SolidibkBl:bBasicbResearchTH2000THZYeTHcbcUcdb 1.3 40

128 {ultiscaleHsimulationHofHloadingHandHelectricalHresistanceHinHsiliconHnanoindentationVHPhysicalbReviewb
LettersTH2000THfbTHYZdXUa 7.4 109

127 snergeticTHvibrationalTHandHelectronicHpropertiesHofHsiliconHusingHaHnonorthogonalHtightUbindingH
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