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j Paper IF Citations

371 qsTU{rtsHsimulationHstudyHofHpo[senlUzg|Upo[senlHmagneticHtunnelHjunctionsHunderHbiaxialH
strainVHIEEEeTransactionseoneMagneticsTH2022THZUZ 2

370 uighU}erformanceH pinHsiltersHoasedHonHZT[TaTbUTetrahydroxybenzeneHzoleculesHnttachedHtoHoulkH
{ickelHrlectrodesVHJournaleofePhysicaleChemistryeCTH2021THZ[bTHcfabUcfb] 3.8 4

369 qataUdrivenHenhancementHofHcubicHphaseHstabilityHinHmixedUcationHperovskitesVHMachineeLearning:e
ScienceeandeTechnologyTH2021TH[THX[bX]X 5.1 3

368 TheHriseHofH{bUTHTaUTHandHoiUbasedHoxidesWchalcogenidesHforHphotocatalyticHapplicationsVH
InternationaleJournaleofeHydrogeneEnergyTH2021THadTH]]beU]]be 6.7 1

367 ×singH−eaklyH upervisedHqeepHyearningHtoHplassifyHandH egmentH ingleUzoleculeHoreakUwunctionH
ponductanceHTracesVHChemPhysChemTH2021TH[[TH[ZXdU[ZZa 3.2 0

366 }redictionHofHroomUtemperatureHferromagnetismHandHlargeHperpendicularHmagneticHanisotropyHinHaH
planarHhypercoordinateHseoHmonolayerVHNanoscaleeHorizonsTH2021THcTHa]Uae 10.8 19

365 sirstUprinciplesHpredictionHofHpolarHhalfUmetallicityHandHoutUofUplaneHpiezoelectricityHinH
twoUdimensionalHquintupleHlayeredHcobaltHselenideVHJournaleofeMaterialseChemistryeCTH2021THfTHZ[XacUZ[XbX7.1 2

364 uighUthroughputHbandstructureHsimulationsHofHvanHderH−aalsHheteroUbilayersHformedHbyHZTHandH[uH
monolayersVHNpjezDeMaterialseandeApplicationsTH2021THbTH 8.8 4

363 }redictionHofHtheHtwoUdimensionalHwanusHferrovalleyHmaterialHyaorvVHPhysicaleRevieweBTH2021THZXaTH 3.3 5

362 vnH ituHTuningHofHtheHphargeUparrierH}olarityHinHvmidazoleUyinkedH ingleUzoleculeHwunctionsVHJournale
ofePhysicaleChemistryeLettersTH2021THZ[THdbfcUdcXa 6.4 0

361 }urelyHoneUdimensionalHferroelectricityHandHantiferroelectricityHfromHvanHderH−aalsHniobiumHoxideH
trihalidesVHNpjeComputationaleMaterialsTH2021THdTH 10.9 2

360 TheHnanoscaleHstructureHofHtheH}tUwaterHdoubleHlayerHunderHbiasHrevealedVHElectrochimicaeActaTH2021
TH]fZTHZ]eedb 6.7 8

359 ntomisticHsimulationsHofHsurfaceHreactionsHinHultraUhighUtemperatureHceramicsgH|[THu[|HandHp|H
adsorptionHandHdissociationHonHπro[PXXXZQHsurfacesVHAppliedeSurfaceeScienceTH2021THbccTHZbXc[[ 6.7 1

358 rffectHofHaHferromagneticH TzHcobaltHtipHonHaHsingleHpoUphthalocyanineHmoleculeHadsorbedHonHaH
ferromagneticHsubstrateVHPhysicseOpenTH2021THfTHZXXXee 1.6

357 vnterfacingH[qH₂ [HwithHwanusHzo  egHnntiferromagneticHelectricHpolarizationHandHchargeHtransferH
drivenHualfUmetallicityVHAppliedeSurfaceeScienceTH2021THbdXTHZbZZ[f 6.7 1

356 pomputationalHpredictionHofHaHtwoUdimensionalHsemiconductorH n|[HwithHnegativeH}oissonOsHratioH
andHtunableHmagnetismHbyHdopingVHPhysicaleRevieweBTH2020THZX[TH 3.3 4

355 zultipleHspinUphononHrelaxationHpathwaysHinHaHxramerHsingleUionHmagnetVHJournaleofeChemicale
PhysicsTH2020THZb]THZdaZZ] 3.9 17
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354 {eutralHexcitationHdensityUfunctionalHtheorygHanHefficientHandHvariationalHfirstUprinciplesHmethodHforH
simulatingHneutralHexcitationsHinHmoleculesVHScientificeReportsTH2020THZXTHefad 4.9 9

353 TheH[X[XHmagnetismHroadmapVHJournalePhysicseD:eAppliedePhysicsTH2020THb]THab]XXZ 3 77

352 rdgeHsuperconductivityHinHmultilayerH−TeHwosephsonHjunctionVHNationaleScienceeReviewTH2020THdTHZaceUZadb10.8 10

351 zachineHyearningHncceleratedH–ecoveryHofHtheHpubicH tructureHinHzixedUpationH}erovskiteHThinH
silmsVHChemistryeofeMaterialsTH2020TH][TH[ffeU]XXc 9.6 24

350 vmportanceHofHstructuralHdeformationHfeaturesHinHtheHpredictionHofHhybridHperovskiteHbandgapsVH
ComputationaleMaterialseScienceTH2020THZeaTHZXfebe 3.2 9

349  urfingHzultipleHponformationU}ropertyHyandscapesHviaHzachineHyearninggHqesigningH ingleUvonH
zagneticHnnisotropyVHJournaleofePhysicaleChemistryeCTH2020THZ[aTHbeX[UbeXc 3.8 11

348 }ushingHtheHlimitsHofHatomisticHsimulationsHtowardsHultraUhighHtemperaturegHnHmachineUlearningH
forceHfieldHforHπro[VHActaeMaterialiaTH2020THZecTHacdUada 8.4 7

347 sirstU}rinciplesH tudyHofHrlectromigrationHinHtheHzetallicHyiquidH tateHofHteTeHandH b[Te]H
}haseUphangeHpompoundsVHJournaleofePhysicaleChemistryeCTH2020THZ[aTHfbffUfcX] 3.8 6

346 rlectricUcontrolledHhalfUmetallicityHinHmagneticHvanHderH−aalsHheterobilayerVHJournaleofeMaterialse
ChemistryeCTH2020THeTHdX]aUdXaX 7.1 16

345 ×nveilingHphononsHinHaHmolecularHqubitHwithHfourUdimensionalHinelasticHneutronHscatteringHandH
densityHfunctionalHtheoryVHNatureeCommunicationsTH2020THZZTHZdbZ 17.4 23

344 rlectricHfieldHmodulationHofHmagnetismHinHferrimagneticHueuslerHheterostructuresVHPhysicaleReviewe
BTH2020THZXZTH 3.3 11

343 serroelectricHcontrolHofHelectronHhalfUmetallicityHinHnUtypeHantiferromagnetsHandHitsHapplicationHtoH
nonvolatileHmemoryHdevicesVHPhysicaleRevieweBTH2020THZX[TH 3.3 3

342 TheoreticalHinvestigationHofHtheHstructuralTHelasticTHelectronicTHandHdielectricHpropertiesHofH
alkaliUmetalUbasedHbismuthHternaryHchalcogenidesVHPhysicaleRevieweMaterialsTH2020THaTH 3.2 4

341 TheHnsy|−HsleetHforHzaterialsHqiscoveryH2020THZdebUZeZ[ 1

340 TimeUqependentHqensityHsunctionalHTheoryHforH pinHqynamicsH2020THeaZUecc 2

339 zachineHyearningHandHuighUThroughputHnpproachesHtoHzagnetismH2020TH]bZU]d] 1

338 sirstUprinciplesHstudyHofHaHznUdopedHvn[ e]HmonolayergHpoexistenceHofHferromagnetismHandH
ferroelectricityHwithHrobustHhalfUmetallicityHandHenhancedHpolarizationVHPhysicaleRevieweBTH2020THZX[TH 3.3 10

337 TheHyimitHofH pinHyifetimeHinH olidU tateHrlectronicH pinsVHJournaleofePhysicaleChemistryeLettersTH2020TH
ZZTHc[d]Uc[de 6.4 15

(2020-2020)
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336 vmprovingHstabilityHofHorganometallicUhalideHperovskiteHsolarHcellsHusingHexfoliationH
twoUdimensionalHmolybdenumHchalcogenidesVHNpjezDeMaterialseandeApplicationsTH2020THaTH 8.8 17

335 }hotovoltageHfromHferroelectricHdomainHwallsHinHoise|]VHPhysicaleRevieweBTH2020THZX[TH 3.3 1

334 uowHdoHphononsHrelaxHmolecularHspinslVHScienceeAdvancesTH2019THbTHeaaxdZc] 14.3 34

333 rxploringHnewHapproachesHtowardsHtheHformabilityHofHmixedUionHperovskitesHbyHqsTHandHmachineH
learningVHPhysicaleChemistryeChemicalePhysicsTH2019TH[ZTHZXdeUZXee 3.6 29

332 qiracUconeHinducedHgatingHenhancementHinHsingleUmoleculeHfieldUeffectHtransistorsVHNanoscaleTH2019
THZZTHZ]ZZdUZ]Z[b 7.7 8

331 nHunifiedHpictureHofHtheHcovalentHbondHwithinHquantumUaccurateHforceHfieldsgHsromHorganicH
moleculesHtoHmetallicHcomplexesOHreactivityVHScienceeAdvancesTH2019THbTHeaaw[[ZX 14.3 14

330 rlectronicHspinUspinHdecoherenceHcontributionHinHmolecularHqubitsHbyHquantumHunitaryHspinH
dynamicsVHJournaleofeMagnetismeandeMagneticeMaterialsTH2019THaedTHZcb][b 2.8 7

329  hapingHandH toringHzagneticHqataH×singH}ulsedH}lasmonicH{anoheatingHandH pinUTransferHTorqueVH
ACSePhotonicsTH2019THcTHZb[aUZb][ 6.3 4

328 TheHnsy|−HsleetHforHzaterialsHqiscoveryH2019THZU[e

327 ×ltrahighHconductivityHinH−eylHsemimetalH{bnsHnanobeltsVHNatureeMaterialsTH2019THZeTHae[Uaee 27 40

326  ilverHTarnishingHzechanismH–evealedHbyHzolecularHqynamicsH imulationsVHAngewandteeChemieete
InternationaleEditionTH2019THbeTHcXZdUcX[Z 16.4 11

325 vmpurityHbandHmagnetismHinHorganicHsemiconductorsVHPhysicaleRevieweBTH2019THffTH 3.3 4

324  ilverHTarnishingHzechanismH–evealedHbyHzolecularHqynamicsH imulationsVHAngewandteeChemieTH
2019THZ]ZTHcXdeUcXe[ 3.6 4

323  ynthesisHofHcentimeterUsizeHfreeUstandingHperovskiteHnanosheetsHfromHsingleUcrystalHleadHbromideH
forHoptoelectronicHdevicesVHScientificeReportsTH2019THfTHZZd]e 4.9 7

322  elfUnssemblyHofHntomicallyHThinHphiralHpopperHueterostructuresHTemplatedHbyHolackH}hosphorusVH
AdvancedeFunctionaleMaterialsTH2019TH[fTHZfX]Z[X 15.6 7

321 sirstU}rinciplesHvnvestigationHofH pinU}hononHpouplingHinH₂anadiumUoasedHzolecularH pinH’uantumH
oitsVHInorganiceChemistryTH2019THbeTHZX[cXUZX[ce 5.1 31

320 yearnUandUzatchHzolecularHpationsHforH}erovskitesVHJournaleofePhysicaleChemistryeATH2019THZ[]THd][]Ud]]a2.8 22

319 vnterfaceHengineeringHofHgrapheneHnanosheetHreinforcedHπro[HcompositesHbyHtuningHsurfaceH
contactsVHPhysicaleRevieweMaterialsTH2019TH]TH 3.2 2
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318 }redictingHtheHpurieHtemperatureHofHferromagnetsHusingHmachineHlearningVHPhysicaleReviewe
MaterialsTH2019TH]TH 3.2 26

317 vnterlayerHdielectricHfunctionHofHaHtypeUvvHvanHderH−aalsHsemiconductorgHTheHuf [W}t [H
heterobilayerVHPhysicaleRevieweMaterialsTH2019TH]TH 3.2 4

316 zolecularH pintronicsH2019TH]bfU]e[

315 rnhancingHtheHelectronicHdimensionalityHofHhybridHorganicâ��inorganicHframeworksHbyHhydrogenH
bondedHmolecularHcationsVHMaterialseHorizonsTH2019THcTHZZedUZZfc 14.4 3

314 zachineHlearningHdensityHfunctionalHtheoryHforHtheHuubbardHmodelVHPhysicaleRevieweBTH2019THffTH 3.3 21

313 –oleHofHlongitudinalHfluctuationsHinHyZXHse}tVHPhysicaleRevieweBTH2019THZXXTH 3.3 2

312 ’uantumHuallHeffectHbasedHonH−eylHorbitsHinHpdnsVHNatureTH2019THbcbTH]]ZU]]c 50.4 116

311 {ontrivialHspatialHdependenceHofHtheHspinHtorquesHinHyZXHse}tUbasedHtunnelingHjunctionsVHPhysicale
RevieweBTH2019THffTH 3.3 1

310 sirstU}rinciplesH}redictionHofHaH–oomUTemperatureHserromagneticHwanusH₂  eHzonolayerHwithH
}iezoelectricityTHserroelasticityTHandHyargeH₂alleyH}olarizationVHNanoeLettersTH2019THZfTHZ]ccUZ]dX 11.5 155

309 zaterialsHinformaticsVHJournaleofeIntelligenteManufacturingTH2019TH]XTH[]XdU[][c 6.7 50

308 }roposalHforHaHqualH pinHsilterHoasedHonH[₂|Pp] a|Q[][â��VHJournaleofePhysicaleChemistryeCTH2018THZ[[THcaZdUca[Z3.8 5

307  earchingHforH}hotoactiveH}olymorphsHofHps{b’]HP’HjH|TH TH eTHTeQHwithHrnhancedH|pticalH
}ropertiesHandHvntrinsicHThermodynamicH tabilitiesVHJournaleofePhysicaleChemistryeCTH2018THZ[[THeeZaUee[Z3.8 8

306 sirstUprinciplesHinvestigationHofHtheHthermodynamicHstabilityHofHzo[HmaterialsHsurfacesH
Pz´ j´ TiWπrWufQVHJournaleofetheeAmericaneCeramiceSocietyTH2018THZXZTHaZZeUaZ[d 3.8 7

305 nHsimpleHdescriptorHforHenergeticsHatHfccUbccHmetalHinterfacesVHMaterialseandeDesignTH2018THZa[THZbeUZcb 8.1 9

304 prHdopingHinducedHnegativeHtransverseHmagnetoresistanceHinHpd]ns[HthinHfilmsVHPhysicaleRevieweBTH
2018THfdTH 3.3 7

303 rlectronâ��}hononHpouplingHandH}olaronHzobilityHinHuybridH}erovskitesHfromHsirstH}rinciplesVHJournale
ofePhysicaleChemistryeCTH2018THZ[[THZ]cZUZ]cc 3.8 18

302 nbHinitioHsurfaceHpropertiesHofHngU nHalloysgHimplicationsHforHleadUfreeHsolderingVHPhysicaleChemistrye
ChemicalePhysicsTH2018TH[XTHa[ddUa[ec 3.6 4

301  pinHinjectionHandHmagnetoresistanceHinHzo UbasedHtunnelHjunctionsHusingHse iHueuslerHalloyH
electrodesVHScientificeReportsTH2018THeTHaddf 4.9 11

(2018-2019)
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300 pomputationalHinvestigationHofHlabelHfreeHdetectionHofHbiomoleculesHbasedHonHarmchairHgrapheneH
nanoribbonVHSensorseandeActuatorseB:eChemicalTH2018TH[bbTHZ[dcUZ[ea 8.5 7

299  earchHforHalternativeHmagneticHtunnelHjunctionsHbasedHonHallUueuslerHstacksVHPhysicaleRevieweBTH
2018THfeTH 3.3 8

298 vnducingH trongH uperconductivityHinH−TeHbyHaH}roximityHrffectVHACSeNanoTH2018THZ[THdZebUdZfc 16.7 26

297 rlucidatingHtheHvmpactHofHphalcogenHpontentHonHtheH}hotovoltaicH}ropertiesHofH|xychalcogenideH
}erovkskitesgH{az|H’HPzj{bTHTahH’j TH eTHTeQVHChemPhysChemTH2018THZfTHdX]UdZa 3.2 12

296 TheHnsy|−HsleetHforHzaterialsHqiscoveryH2018THZU[e 9

295 rlectronHtrappingHbyHneutralHpristineHferroelectricHdomainHwallsHinHoise|]VHPhysicaleRevieweBTH2018TH
feTH 3.3 6

294 TimeUqependentHqensityHsunctionalHTheoryHforH pinHqynamicsH2018THZU[c 1

293  pinUphononHcouplingHparametersHfromHmaximallyHlocalizedH−annierHfunctionsHandHfirstUprinciplesH
electronicHstructuregH ingleUcrystalHdureneVHPhysicaleRevieweBTH2018THfeTH 3.3 4

292 zachineHyearningHandHuighUThroughputHnpproachesHtoHzagnetismH2018THZU[] 2

291 nsy|−Upu×yygHploudU|rientedH}latformHforHnutonomousH}haseH tabilityHnnalysisVHJournaleofe
ChemicaleInformationeandeModelingTH2018THbeTH[addU[afX 6.1 43

290
−annierUfunctionUbasedHconstrainedHqsTHwithHnonorthogonalityUcorrectingH}ulayHforcesHinH
applicationHtoHtheHreorganizationHeffectsHinHgrapheneUadsorbedHpentaceneVHPhysicaleRevieweBTH2018TH
fdTH

3.3 4

289 rffectHofHmolecularHconformationsHonHtheHelectronicHtransportHinHoxygenUsubstitutedHalkanethiolH
molecularHjunctionsVHJournaleofeChemicalePhysicsTH2018THZaeTHZeadX] 3.9 3

288  olarHpellHzaterialsHbyHqesigngHuybridH}yroxeneHpornerU haringH₂|HTetrahedralHphainsVH
ChemSusChemTH2017THZXTHZf]ZUZfa[ 8.3 8

287  pinUorbitHuamiltonianHforHorganicHcrystalsHfromHfirstUprinciplesHelectronicHstructureHandH−annierH
functionsVHPhysicaleRevieweBTH2017THfbTH 3.3 6

286 ncceleratedHdiscoveryHofHnewHmagnetsHinHtheHueuslerHalloyHfamilyVHScienceeAdvancesTH2017TH]THeZcX[[aZ 14.3 141

285 TheoreticalHrvaluationHofH[₂P˛–Up Q]HasH{uclearU pinU ensitiveH ingleUzoleculeH pinHTransistorVH
JournaleofePhysicaleChemistryeLettersTH2017THeTH]XbcU]XcX 6.4 9

284  pinU}olarizedHTunnelingHthroughHphemicalH₂aporHqepositedHzultilayerHzolybdenumHqisulfideVHACSe
NanoTH2017THZZTHc]efUc]fb 16.7 40

283 sirstUprinciplesHspinUtransferHtorqueHinHpuznns|ta}|puznnsHjunctionsVHPhysicaleRevieweBTH2017THfbTH 3.3 20
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282 rvolutionHofH−eylHorbitHandHquantumHuallHeffectHinHqiracHsemimetalHpdnsVHNatureeCommunicationsTH
2017THeTHZ[d[ 17.4 77

281  trainUinducedH−eylHandHqiracHstatesHandHdirectUindirectHgapHtransitionsHinHgroupU₂HmaterialsVHzDe
MaterialsTH2017THaTHXabXZe 5.9 16

280 ×ltrafastHdemagnetizingHfieldsHfromHfirstHprinciplesVHPhysicaleRevieweBTH2017THfbTH 3.3 10

279 rvidenceHforHpressureUinducedHnodeUpairHannihilationHinHpd]ns[VHPhysicaleRevieweBTH2017THfcTH 3.3 7

278 semtosecondH pinHpurrentH}ulsesHteneratedHbyHtheH{onthermalH pinUqependentH eebeckHrffectH
andHvnteractingHwithHserromagnetsHinH pinH₂alvesVHPhysicaleRevieweLettersTH2017THZZfTHXZd[X[ 7.4 58

277 nnHinHsituHandHexHsituHTrzHstudyHintoHtheHoxidationHofHtitaniumHPv₂QHsulphideVHNpjezDeMaterialseande
ApplicationsTH2017THZTH 8.8 15

276 vntraUmolecularHoriginHofHtheHspinUphononHcouplingHinHslowUrelaxingHmolecularHmagnetsVHChemicale
ScienceTH2017THeTHcXbZUcXbf 9.4 112

275 TheHlowUbiasHconductingHmechanismHofHsingleUmoleculeHjunctionsHconstructedHwithHmethylsulfideH
linkerHgroupsHandHgoldHelectrodesVHJournaleofeChemicalePhysicsTH2017THZadTHXbadX[ 3.9 8

274 nbHinitioHdynamicalHexchangeHinteractionsHinHfrustratedHantiferromagnetsVHPhysicaleRevieweBTH2017TH
fcTH 3.3 6

273 zultiscaleHmodelingHofHcurrentUinducedHswitchingHinHmagneticHtunnelHjunctionsHusingHabHinitioH
spinUtransferHtorquesVHPhysicaleRevieweBTH2017THfcTH 3.3 16

272 TailoringHtheH}olarityHofHphargeHparriersHinHtrapheneâ��}orphineâ��trapheneHzolecularHwunctionsH
throughHyinkageHzotifsVHJournaleofePhysicaleChemistryeCTH2017THZ[ZTH[d]aaU[d]bX 3.8 10

271 sirstU}rinciplesH}redictionHofH pinU}olarizedHzultipleHqiracH–ingsHinHzanganeseHsluorideVHPhysicale
RevieweLettersTH2017THZZfTHXZcaX] 7.4 64

270 –esistiveHswitchingHmechanismHofHteTeU bTeHinterfacialHphaseHchangeHmemoryHandHtopologicalH
propertiesHofHembeddedHtwoUdimensionalHstatesVHNanoscaleTH2017THfTHf]ecUf]fb 7.7 32

269 uf|[HandH i|[HasHbarriersHinHmagneticHtunnelingHjunctionsVHPhysicaleRevieweBTH2017THfbTH 3.3 2

268 vnfluenceHofHtheHdipolarHinteractionsHonHtheHrelativeHstabilityHinHspinHcrossoverHsystemsVHJournaleofe
ComputationaleChemistryTH2017TH]eTH[[aU[[d 3.5 2

267 TheHroleHofHanharmonicHphononsHinHunderUbarrierHspinHrelaxationHofHsingleHmoleculeHmagnetsVH
NatureeCommunicationsTH2017THeTHZac[X 17.4 215

266 |bservationHofHquasiUtwoUdimensionalHqiracHfermionsHinHπrTebVHNPGeAsiaeMaterialsTH2016THeTHe][bUe][b 10.3 41

265 }ersistentHcurrentHandHqrudeHweightHofHoneUdimensionalHinteractingHfermionsHonHimperfectHringH
fromHcurrentHlatticeHdensityHfunctionalHtheoryVHJournaleofePhysicseCondensedeMatterTH2016TH[eTHaabcXZ 1.8 1

(2016-2017)
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264 purrentUinducedHphononHrenormalizationHinHmolecularHjunctionsVHPhysicaleRevieweBTH2016THfaTH 3.3 8

263 ₂erticalH ingleUprystallineH|rganicH{anowiresHonHtraphenegH olutionU}haseHrpitaxyHandH|pticalH
zicrocavitiesVHNanoeLettersTH2016THZcTHadbaUc[ 11.5 20

262 qesigningHaHfullyHcompensatedHhalfUmetallicHferrimagnetVHPhysicaleRevieweBTH2016THf]TH 3.3 26

261 sundamentalHgapHofHmolecularHcrystalsHviaHconstrainedHdensityHfunctionalHtheoryVHPhysicaleRevieweBTH
2016THf]TH 3.3 13

260 rxploringHtheHcationHdynamicsHinHleadUbromideHhybridHperovskitesVHPhysicaleRevieweBTH2016THf]TH 3.3 35

259 phargeHtransferHenergiesHofHbenzeneHphysisorbedHonHaHgrapheneHsheetHfromHconstrainedHdensityH
functionalHtheoryVHPhysicaleRevieweBTH2016THf]TH 3.3 10

258 |riginHofHtheHperiodicHstructureHinHtheHconductanceHcurveHofHgoldHnanojunctionsHinHhydrogenH
environmentVHPhysicaleRevieweBTH2016THf]TH 3.3 1

257 rffectsHofHmolecularHdipoleHorientationHonHtheHexcitonHbindingHenergyHofHpu]{u]}bv]VHPhysicale
RevieweBTH2016THfaTH 3.3 6

256 πeemanHsplittingHandHdynamicalHmassHgenerationHinHqiracHsemimetalHπrTebVHNatureeCommunicationsTH
2016THdTHZ[bZc 17.4 108

255 qimensionalityUdrivenHphononHsofteningHandHincipientHchargeHdensityHwaveHinstabilityHinHTi H[VH
EurophysicseLettersTH2016THZZbTHadXXZ 1.6 31

254 phargeHandHspinHtransportHinHsingleHandHpackedHrutheniumUterpyridineHmolecularHdevicesgHvnsightH
fromHfirstUprinciplesHcalculationsVHScientificeReportsTH2016THcTH]Zebc 4.9 4

253 TunnelingHmagnetoresistanceHinH iHnanowiresVHNeweJournaleofePhysicsTH2016THZeTHZZ]X[a 2.9 0

252 qynamicHspinHfilteringHatHtheHpoWnlq]HinterfaceHmediatedHbyHweaklyHcoupledHsecondHlayerH
moleculesVHNatureeCommunicationsTH2016THdTHZ[cce 17.4 39

251 }redictingH ingleUyayerHTechnetiumHqichalcogenidesHPTcXâ��THXHjH TH eQHwithH}romisingHnpplicationsHinH
}hotovoltaicsHandH}hotocatalysisVHACSeAppliedeMaterialselamp;eInterfacesTH2016THeTHb]ebUf[ 9.5 78

250 TheHoxidationHofHgalliumHPvvQHsulphideH2016THb[eUb[f

249 ’uantitativeHvnterpretationHofHtheHyowUoiasHponductanceHofHnuUzesityleneUnuHzolecularHwunctionsH
sormedHfromHzesityleneHzonolayersVHChemPhysChemTH2016THZdTH[[d[Ud 3.2 3

248 rffectsHofHtheHmoleculeUelectrodeHinterfaceHonHtheHlowUbiasHconductanceHofHpuUu[UpuH
singleUmoleculeHjunctionsVHJournaleofeChemicalePhysicsTH2016THZabTHXaadXZ 3.9 4

247 puUmetalatedHcarbyneHactingHasHaHpromisingHmolecularHwireVHJournaleofeChemicalePhysicsTH2016THZabTH[aadX[3.9 3
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246 –amanHcharacterizationHofHplatinumHdiselenideHthinHfilmsVHzDeMaterialsTH2016TH]THX[ZXXa 5.9 138

245 purrentUinducedHchangesHofHmigrationHenergyHbarriersHinHgrapheneHandHcarbonHnanotubesVH
NanoscaleTH2016THeTHZX]ZXUb 7.7 2

244
 ubstantialHoandUtapHTuningHandHaH trainUpontrolledH emiconductorHtoHtaplessWoandUvnvertedH
 emimetalHTransitionHinH–utileHyeadW tannicHqioxideVHACSeAppliedeMaterialselamp;eInterfacesTH2016TH
eTH[bccdU[bcd]

9.5 16

243  pinHTransferHTorquegHnHzultiscaleH}ictureH2016THfZUZ][ 4

242 qiffusionHzonteHparloH}erspectiveHonHtheH pinU tateHrnergeticsHofH[seP{puQc]P[VQVHJournaleofe
ChemicaleTheoryeandeComputationTH2016THZ[THa[]]UaZ 6.4 22

241 –oleHofHspinUorbitHinteractionHinHtheHultrafastHdemagnetizationHofHsmallHironHclustersVHPhysicale
RevieweBTH2016THfaTH 3.3 14

240 phargeHcarrierHmobilityHinHhybridHhalideHperovskitesVHScientificeReportsTH2015THbTHZ[dac 4.9 219

239 rlectronicHTransportHasHaHqriverHforH elfUvnteractionUporrectedHzethodsVHAdvanceseineAtomicse
MoleculareandeOpticalePhysicsTH2015THcaTH[fUec 1.7 6

238  pinU₂alveHrffectHinH{iseWzo [W{iseHwunctionsVHNanoeLettersTH2015THZbTHb[cZUd 11.5 102

237
sirstUprinciplesHinvestigationHonHtheHelectronicHefficiencyHandHbindingHenergyHofHtheHcontactsH
formedHbyHgrapheneHandHpolyUaromaticHhydrocarbonHanchoringHgroupsVHJournaleofeChemicalePhysicsTH
2015THZa[THZcadXZ

3.9 6

236  ingleHatomHanisotropicHmagnetoresistanceHonHaHtopologicalHinsulatorHsurfaceVHNeweJournaleofe
PhysicsTH2015THZdTHX]]X[Z 2.9 6

235 ₂ibronUassistedHspinHrelaxationHatHaHmetalWorganicHinterfaceVHPhysicaleRevieweBTH2015THfZTH 3.3 4

234
–eplacementHandH|riginalHzagnetHrngineeringH|ptionsHP–|zr|sQgHnHruropeanH eventhH
srameworkH}rojectHtoHqevelopHndvancedH}ermanentHzagnetsH−ithoutTHorHwithH–educedH×seHofTH
priticalH–awHzaterialsVHJomTH2015THcdTHZ]XcUZ]Zd

2.1 28

233 –evealingHtheHroleHofHorganicHcationsHinHhybridHhalideHperovskiteHpu]{u]}bv]VHNaturee
CommunicationsTH2015THcTHdX[c 17.4 489

232 oasalU}laneHsunctionalizationHofHphemicallyHrxfoliatedHzolybdenumHqisulfideHbyHqiazoniumH altsVH
ACSeNanoTH2015THfTHcXZeU]X 16.7 232

231  ingleUatomHbasedHcoherentHquantumHinterferenceHdeviceHstructureVHNanoeLettersTH2015THZbTH[eeZUc 11.5 7

230 zechanismHofHu[|UvnducedHponductanceHphangesHinHnuplaUsunctionalizedHp{TsVHJournaleofe
PhysicaleChemistryeCTH2015THZZfTHfbceUfbd] 3.8 5

229 TheHimageHchargeHeffectHandHvibronUassistedHprocessesHinHpoulombHblockadeHtransportgHaHfirstH
principlesHapproachVHNanoscaleTH2015THdTHZf[]ZUaX 7.7 7

(2015-2016)

9



228 pontrollingHtheH pinHTextureHofHTopologicalHvnsulatorsHbyH–ationalHqesignHofH|rganicHzoleculesVH
NanoeLettersTH2015THZbTHcX[[Uf 11.5 30

227 yiquidHexfoliationHofHsolventUstabilizedHfewUlayerHblackHphosphorusHforHapplicationsHbeyondH
electronicsVHNatureeCommunicationsTH2015THcTHebc] 17.4 764

226 nHsirstH}rincipleH tudyHofHtheHzassiveHTz–HinHzagneticHTunnelHwunctionH×singHse]nlHueuslerHnlloyH
rlectrodesHandHzg|HoarrierVHAdvancedeMaterialseResearchTH2015THZZXZTHZf[UZfd 0.5 1

225 tateUtunableHquantumHoscillationsHinHambipolarHpd]ns[HthinHfilmsVHNPGeAsiaeMaterialsTH2015THdTHe[[ZUe[[Z10.3 60

224 –evisitingHtheHinelasticHelectronHtunnelingHspectroscopyHofHsingleHhydrogenHatomHadsorbedHonHtheH
puPZXXQHsurfaceVHJournaleofeChemicalePhysicsTH2015THZa]TH[]adXf 3.9 4

223 rlectronicH}ropertiesHandHphemicalH–eactivityHofHTi [H{anoflakesVHJournaleofePhysicaleChemistryeCTH
2015THZZfTHZbdXdUZbdZb 3.8 37

222 ×ltrafastH{onUlocalH pinHqynamicsHinHzetallicHoiUyayersHbyHyinearHandH{onUlinearHzagnetoU|pticsVH
SpringereProceedingseinePhysicsTH2015TH]aU]c 0.2 2

221 zultiprobeHquantumHspinHuallHbarsVHEuropeanePhysicaleJournaleBTH2014THedTHZ 1.2 5

220 rlectronicHandHmagneticHpropertiesHofHtheHinterfaceHbetweenHmetalUquinolineHmoleculesHandHcobaltVH
PhysicaleRevieweBTH2014THefTH 3.3 33

219  pinHtransportHpropertiesHofHtriarylamineUbasedHnanowiresVHChemicaleCommunicationsTH2014THbXTHcc[cUf 5.8 15

218 zolecularHdynamicsHinvestigationHofHcarbonHnanotubeHjunctionsHinHnonUaqueousHsolutionsVHJournale
ofeMaterialseChemistryeATH2014TH[THZcafeUZcbXc 13 1

217  tretchingHofHoqTUgoldHmolecularHjunctionsgHthiolHorHthiolateHterminationlVHNanoscaleTH2014THcTHZaafbUbXd7.7 35

216 }roximityUinducedHtopologicalHstateHinHgrapheneVHPhysicaleRevieweBTH2014THfXTH 3.3 17

215 phargeHTransportH}ropertiesHofHqureneHprystalsHfromHsirstU}rinciplesVHJournaleofeChemicaleTheorye
andeComputationTH2014THZXTHac[aU][ 6.4 16

214 rfficientHspinHinjectionHandHgiantHmagnetoresistanceHinHseWzo [WseHjunctionsVHPhysicaleRevieweBTH
2014THfXTH 3.3 67

213 rlectronicHstructureHofHmetalHquinolineHmoleculesHfromHtX−XHcalculationsVHPhysicaleRevieweBTH2014TH
efTH 3.3 11

212 |riginHofHtheHpUTypeHpharacterHofHnupl]HsunctionalizedHparbonH{anotubesVHJournaleofePhysicale
ChemistryeCTH2014THZZeTH]]ZfU]][] 3.8 16

211 ×nusualHstackingHvariationsHinHliquidUphaseHexfoliatedHtransitionHmetalHdichalcogenidesVHACSeNanoTH
2014THeTH]cfXUf 16.7 36

Stefano Sanvito
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210 zicroscopicHoriginHofHtheHZV]HtPXQHconductanceHobservedHinHoxygenUdopedHsilverHquantumHpointH
contactsVHJournaleofeChemicalePhysicsTH2014THZaZTHZfadX[ 3.9 1

209 sirstHprinciplesHstudyHofHtheHstructuralTHelectronicTHandHtransportHpropertiesHofHtriarylamineUbasedH
nanowiresVHJournaleofeChemicalePhysicsTH2014THZaXTHXda]XZ 3.9 11

208 TransitionHvoltagesHofHvacuumUspacedHandHmolecularHjunctionsHwithHngHandH}tHelectrodesVHJournaleofe
ChemicalePhysicsTH2014THZaZTHXZadXd 3.9 6

207 TopologicalHtuningHinHthreeUdimensionalHdiracHsemimetalsVHPhysicaleRevieweLettersTH2014THZZ]TH[bcaX] 7.4 45

206 zicroscopicHmechanismHofHelectronHtransferHthroughHtheHhydrogenHbondsHbetweenHcarboxylatedH
alkanethiolHmoleculesHconnectedHtoHgoldHelectrodesVHJournaleofeChemicalePhysicsTH2014THZaZTHZdadX[ 3.9 5

205 nbHinitioHtransportHacrossHbismuthHselenideHsurfaceHbarriersVHPhysicaleRevieweBTH2014THfXTH 3.3 12

204 TailoringHhighlyHconductiveHgrapheneHnanoribbonsHfromHsmallHpolycyclicHaromaticHhydrocarbonsgHaH
computationalHstudyVHJournaleofePhysicseCondensedeMatterTH2013TH[bTH[db]XZ 1.8 1

203 zanyUbodyHquasiparticleHspectrumHofHpoUdopedHπn|gHnHt−HperspectiveVHPhysicaleRevieweBTH2013TH
edTH 3.3 19

202  pinUpolarizedHtransportHthroughHsingleUmoleculeHmagnetHzncHcomplexesVHNanoscaleTH2013THbTHadbZUd 7.7 16

201  tructuralHandHtunnelingHpropertiesHofH iHnanowiresVHPhysicaleRevieweBTH2013THeeTH 3.3 4

200  pinUfilteringHefficiencyHofHferrimagneticHspinelsHpose[|aHandH{ise[|aVHPhysicaleRevieweBTH2013THedTH 3.3 59

199  tructuralH|riginsHofHponductanceHsluctuationsHinHtoldUThiolateHzolecularHTransportHwunctionsVH
JournaleofePhysicaleChemistryeLettersTH2013THaTHeedUfZ 6.4 28

198 }ossibleHdopingHstrategiesHforHzo [HmonolayersgHnnHabHinitioHstudyVHPhysicaleRevieweBTH2013THeeTH 3.3 416

197 ponstrainedUqsTHmethodHforHaccurateHenergyUlevelHalignmentHofHmetalWmoleculeHinterfacesVH
PhysicaleRevieweBTH2013THeeTH 3.3 46

196 TheHhighUthroughputHhighwayHtoHcomputationalHmaterialsHdesignVHNatureeMaterialsTH2013THZ[THZfZU[XZ 27 1165

195 TimeUdependentHelectronHtransportHthroughHaHstronglyHcorrelatedHquantumHdotgHmultipleUprobeH
openUboundaryHconditionsHapproachVHJournaleofePhysicseCondensedeMatterTH2013TH[bTHZXbbXZ 1.8 5

194 |riginHofHtheHnUtypeHandHpUtypeHconductivityHofHzo [HmonolayersHonHaH i|[HsubstrateVHPhysicale
RevieweBTH2013THedTH 3.3 235

193 |riginHofHtheHhalfUmetallicHpropertiesHofHgraphiticHcarbonHnitrideHinHbulkHandHconfinedHformsVHJournale
ofeMaterialseChemistryeCTH2013THZTH]cbb 7.1 9

(2013-2014)
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192 ntomisticHsimulationsHofHhighlyHconductiveHmolecularHtransportHjunctionsHunderHrealisticHconditionsVH
NanoscaleTH2013THbTH]cbaUf 7.7 30

191 troundHstateHofHaHspinUcrossoverHmoleculeHcalculatedHbyHdiffusionHzonteHparloVHPhysicaleRevieweBTH
2013THedTH 3.3 16

190  pinUpumpingHandHinelasticHelectronHtunnelingHspectroscopyHinHtopologicalHinsulatorsVHPhysicale
RevieweBTH2013THedTH 3.3 6

189 |riginHofHtheHtransitionHvoltageHinHgoldUvacuumUgoldHatomicHjunctionsVHNanotechnologyTH2013TH[aTHX[b[X]3.4 18

188 nnomalousHlengthHdependenceHofHtheHconductanceHofHgrapheneHnanoribbonsHwithHzigzagHedgesVH
JournaleofeChemicalePhysicsTH2013THZ]eTHXZadXa 3.9 2

187 ’uantitativeHinterpretationHofHtheHtransitionHvoltagesHinHgoldUpolyPphenyleneQHthiolUgoldHmolecularH
junctionsVHJournaleofeChemicalePhysicsTH2013THZ]fTHZfadX] 3.9 6

186 uydrogenHbondingHasHtheHoriginHofHtheHswitchingHbehaviorHinHdithiolatedHphenyleneUvinyleneH
oligomersVHPhysicaleRevieweBTH2013THeeTH 3.3 4

185  iteUspecificHorderHandHmagnetismHinHtetragonalHzn]taHthinHfilmsVHPhysicaleRevieweBTH2013THedTH 3.3 71

184 nbHinitioHtheoryHforHcurrentUinducedHmolecularHswitchinggHzelamineHonHpuPXXZQVHPhysicaleRevieweBTH
2013THedTH 3.3 24

183 qynamicalHexchangeHinteractionHfromHtimeUdependentHspinHdensityHfunctionalHtheoryVHPhysicale
RevieweBTH2013THeeTH 3.3 7

182  pinUdependentHelectronicHstructureHofHtheHpoWnlP|}Q]interfaceVHNeweJournaleofePhysicsTH2013THZbTHZZ]Xba2.9 19

181  pinHvnelasticHrlectronH pectroscopyHforH ingleHzagneticHntomsH2013THadZUaf[

180 tateHcontrolledHspinHpumpingHatHaHquantumHspinHuallHedgeVHAppliedePhysicseLettersTH2013THZX]THZa[aXd 3.4 3

179 TopologicalHsurfaceHstatesHscatteringHinHantimonyVHPhysicaleRevieweBTH2012THecTH 3.3 19

178 zolecularHxondoHchainVHNanoeLettersTH2012THZ[TH]ZdaUf 11.5 83

177 rlectronicHtransportHthroughHru|HspinUfilterHtunnelHjunctionsVHPhysicaleRevieweBTH2012THecTH 3.3 18

176 rfficientHconductingHchannelsHformedHbyHtheHˇ�Uˇ�HstackingHinHsingleH[[T[]paracyclophaneHmoleculesVH
JournaleofeChemicalePhysicsTH2012THZ]cTHZXadXZ 3.9 21

175 }rotocolHforHclassicalHmolecularHdynamicsHsimulationsHofHnanoUjunctionsHinHsolutionVHJournaleofe
AppliedePhysicsTH2012THZZ[THXe]dZa 2.5

Stefano Sanvito
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174 sirstH}rinciplesH tudyHofHrlectronHTunnelingHthroughHvceVHJournaleofePhysicaleChemistryeCTH2012THZZcTH[[Z[fU[[Z]e3.8 13

173 nndreevHreflectionHinHtwoUdimensionalHtopologicalHinsulatorsHwithHeitherHconservedHorHbrokenH
timeUreversalHsymmetryVHPhysicaleRevieweBTH2012THecTH 3.3 13

172 nsy|−yvoV|–tgHnHdistributedHmaterialsHpropertiesHrepositoryHfromHhighUthroughputHabHinitioH
calculationsVHComputationaleMaterialseScienceTH2012THbeTH[[dU[]b 3.2 583

171 }ersistentHcurrentHandHqrudeHweightHforHtheHoneUdimensionalHuubbardHmodelHfromHcurrentHlatticeH
densityHfunctionalHtheoryVHJournaleofePhysicseCondensedeMatterTH2012TH[aTHXbbcX[ 1.8 7

170  olventHexfoliationHofHtransitionHmetalHdichalcogenidesgHdispersibilityHofHexfoliatedHnanosheetsH
variesHonlyHweaklyHbetweenHcompoundsVHACSeNanoTH2012THcTH]aceUeX 16.7 535

169 sirstHprincipleHinvestigationHofHtransportHpropertiesHofHyindqvistHderivativesHbasedHmolecularH
junctionVHJournaleofeMoleculareGraphicseandeModellingTH2012TH]eTH[[XUb 2.8 5

168
uybridHgrapheneHandHgraphiticHcarbonHnitrideHnanocompositegHgapHopeningTHelectronUholeHpuddleTH
interfacialHchargeHtransferTHandHenhancedHvisibleHlightHresponseVHJournaleofetheeAmericaneChemicale
SocietyTH2012THZ]aTHa]f]Ud

16.4 490

167 nssessmentHofHdensityHfunctionalHtheoryHforHironPvvQHmoleculesHacrossHtheHspinUcrossoverHtransitionVH
JournaleofeChemicalePhysicsTH2012THZ]dTHZ[a]X] 3.9 79

166 tiantHresistanceHchangeHacrossHtheHphaseHtransitionHinHspinUcrossoverHmoleculesVHPhysicaleReviewe
LettersTH2012THZXeTH[Zd[XZ 7.4 92

165 sirstUprinciplesHpredictionHofHmetalUfreeHmagnetismHandHintrinsicHhalfUmetallicityHinHgraphiticHcarbonH
nitrideVHPhysicaleRevieweLettersTH2012THZXeTHZfd[Xd 7.4 234

164 sirstUprinciplesHstudyHofHhighUconductanceHq{nHsequencingHwithHcarbonHnanotubeHelectrodesVH
PhysicaleRevieweBTH2012THebTH 3.3 29

163  pectroscopicHcharacterizationHofHaHsingleHdanglingHbondHonHaHbareH iPZXXQUcPaˆ�[QHsurfaceHforHnUHandH
pUtypeHdopingVHPhysicaleRevieweBTH2012THecTH 3.3 8

162 teUbasedHspinUphotodiodesHforHroomUtemperatureHintegratedHdetectionHofHphotonHhelicityVH
AdvancedeMaterialsTH2012TH[aTH]X]dUaZ 24 36

161 rlectricHfieldHeffectsHonHarmchairHzo [HnanoribbonsVHACSeNanoTH2012THcTHae[]U]a 16.7 156

160 pontactHgeometryHandHelectronicHtransportHpropertiesHofHngâ��benzeneâ��ngHmolecularHjunctionsVH
ChemicalePhysicsTH2012TH]fdTHe[Uec 2.3 5

159 rffectsHofHtheHcovalentHlinkerHgroupsHonHtheHspinHtransportHpropertiesHofHsingleHnickeloceneH
moleculesHattachedHtoHsingleUwalledHcarbonHnanotubesVHJournaleofeChemicalePhysicsTH2012THZ]cTHZfadXd 3.9 4

158 {ucleobaseHadsorbedHatHgrapheneHdevicesgHrnhanceHbioUsensoricsVHAppliedePhysicseLettersTH2012TH
ZXXTHXc]ZXZ 3.4 40

157 nnomalousHlengthHdependenceHofHconductanceHofHaromaticHnanoribbonsHwithHamineHanchoringH
groupsVHPhysicaleRevieweBTH2012THecTH 3.3 3

(2012-2012)
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156 oiasHasymmetryHinHtheHconductanceHprofileHofHmagneticHionsHonHsurfacesHprobedHbyHscanningH
tunnelingHmicroscopyVHPhysicaleRevieweBTH2012THecTH 3.3 6

155 ’uantumHtransportHofHnuU U UnuHnanoscaleHjunctionsVHAppliedePhysicseLettersTH2012THZXXTHXZ]ZZ] 3.4 14

154 zagnetismHandHantiferroelectricityHinHzgocVHPhysicaleRevieweLettersTH2012THZXeTHZXd[Xb 7.4 16

153 poexistanceHofHgiantHtunnelingHelectroresistanceHandHmagnetoresistanceHinHanHallUoxideHcompositeH
magneticHtunnelHjunctionVHPhysicaleRevieweLettersTH2012THZXfTH[[ceX] 7.4 26

152 zagneticHandHelectronicHpropertiesHofHqX[[Uzn]teHPXXZQHfilmsVHAppliedePhysicseLettersTH2012THZXZTHZ][aZX3.4 78

151 TailoringHmagnetoresistanceHatHtheHatomicHlevelgHnnHabHinitioHstudyVHPhysicaleRevieweBTH2012THebTH 3.3 2

150 oiasUdependentHoscillatoryHelectronHtransportHofHmonatomicHsulfurHchainsVHAppliedePhysicseLettersTH
2012THZXXTHZX]ZZX 3.4 14

149 }ersistentHcurrentHandHqrudeHweightHforHtheHoneUdimensionalHuubbardHmodelHfromHcurrentHlatticeH
densityHfunctionalHtheoryVHJournaleofePhysicseCondensedeMatterTH2012TH[aTHXffcXZ 1.8 3

148 rxceptionallyHstrongHmagnetismHinHtheHadHperovskitesH–Tc|]HP–jpaTH rTHoaQVHPhysicaleRevieweBTH2011
THe]TH 3.3 39

147 rlectricHfieldHcontrolHofHvalenceHtautomericHinterconversionHinHcobaltHdioxoleneVHPhysicaleReviewe
LettersTH2011THZXdTHXad[XZ 7.4 65

146 |rganicHspintronicsgHfilteringHspinsHwithHmoleculesVHNatureeMaterialsTH2011THZXTHaeaUb 27 51

145 rxchangeHinteractionsHandHmagneticHphasesHofHtransitionHmetalHoxidesgHoenchmarkingHadvancedHabH
initioHmethodsVHPhysicaleRevieweBTH2011THeaTH 3.3 53

144 }redictionHofHlargeHbiasUdependentHmagnetoresistanceHinHallUoxideHmagneticHtunnelHjunctionsHwithHaH
ferroelectricHbarrierVHPhysicaleRevieweBTH2011THe]TH 3.3 24

143 zolecularHspintronicsVHChemicaleSocietyeReviewsTH2011THaXTH]]]cUbb 58.5 897

142
sromHzigzagHtoHarmchairgHtheHenergeticHstabilityTHelectronicHandHmagneticHpropertiesHofHchiralH
grapheneHnanoribbonsHwithHhydrogenUterminatedHedgesVHJournaleofePhysicseCondensedeMatterTH2011
TH[]THa[b]XZ

1.8 18

141 sromHfusedHaromaticsHtoHgrapheneUlikeHnanoribbonsgHTheHeffectsHofHmultipleHterminalHgroupsTH
lengthHandHsymmetricHpathwaysHonHchargeHtransportVHPhysicaleRevieweBTH2011THeaTH 3.3 5

140 nbHinitioHcalculationsHofHstructuralHevolutionHandHconductanceHofHbenzeneUZTaUdithiolHonHgoldHleadsVH
ACSeNanoTH2011THbTHdfbUeXa 16.7 83

139 rffectsHofHedgeHchemistryHdopingHonHgrapheneHnanoribbonHmobilityVHSurfaceeScienceTH2011THcXbTHZca]UZcae1.8 24

Stefano Sanvito
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138 TheHsearchHforHaHspinHcrossoverHtransitionHinHsmallHsizedHˇ�UconjugatedHmoleculesgHaHzonteHparloH
studyVHJournaleofePhysicseCondensedeMatterTH2011TH[]TH]ZcXXZ 1.8 2

137  catteredHsurfaceHchargeHdensitygHnHtoolHforHsurfaceHcharacterizationVHPhysicaleRevieweBTH2011THeaTH 3.3 7

136 }erturbativeHapproachHtoHtheHxondoHeffectHinHmagneticHatomsHonHnonmagneticHsubstratesVHPhysicale
RevieweBTH2011THeaTH 3.3 20

135  pinHscatteringHandHspinUpolarizedHhybridHinterfaceHstatesHatHaHmetalUorganicHinterfaceVHPhysicale
RevieweBTH2011THeaTH 3.3 44

134 purrentUinducedHenergyHbarrierHsuppressionHforHelectromigrationHfromHfirstHprinciplesVHPhysicale
RevieweBTH2011THeaTH 3.3 22

133 ₂ariationalHpseudoUselfUinteractionUcorrectedHdensityHfunctionalHapproachHtoHtheHabHinitioH
descriptionHofHcorrelatedHsolidsHandHmoleculesVHPhysicaleRevieweBTH2011THeaTH 3.3 71

132 pomparisonHbetweenHsUHandHdUelectronHmediatedHtransportHinHaHphotoswitchingHdithienyletheneH
moleculeHusingHabHinitioHtransportHmethodsVHPhysicaleRevieweBTH2011THeaTH 3.3 3

131 rlectricalHcontrolHofHspinHdynamicsHinHfiniteHoneUdimensionalHsystemsVHPhysicaleRevieweBTH2011THeaTH 3.3 3

130  pinHtransportHinHhigherHnUaceneHmoleculesVHPhysicaleRevieweBTH2011THeaTH 3.3 24

129  pinUflipHinelasticHelectronHtunnelingHspectroscopyHinHatomicHchainsVHPhysicaleRevieweBTH2011THeaTH 3.3 21

128  pinHtransportHpropertiesHofHsingleHmetalloceneHmoleculesHattachedHtoHsingleUwalledHcarbonH
nanotubesHviaHnickelHadatomsVHJournaleofeChemicalePhysicsTH2011THZ]aTH[aadXa 3.9 14

127 phapterHdgrlectronHTransportHTheoryHforHyargeH ystemsVHRSCeTheoreticaleandeComputationale
ChemistryeSeriesTH2011THZdfU[[a 1.2 2

126 zagneticHinteractionHofHpoHionsHnearHtheHPZXbar{Z}XHQHπn|HsurfaceVHNeweJournaleofePhysicsTH2010THZ[THXe]XcZ2.9 4

125 pontrolledHsequentialHdehydrogenationHofHsingleHmoleculesHbyHscanningHtunnelingHmicroscopyVH
PhysicaleRevieweBTH2010THe[TH 3.3 15

124 ponductanceHofHaHphenyleneUvinyleneHmolecularHwiregHpontactHgapHandHtiltHangleHdependenceVH
PhysicaleRevieweBTH2010THeZTH 3.3 9

123 ’uantumHconductanceHofHaHsingleHmagneticHatomgHnnHabHinitioHstudyVHPhysicaleRevieweBTH2010THe[TH 3.3 19

122 yowUbiasHconductanceHofHsingleHbenzeneHmoleculesHcontactedHbyHdirectHnuUpHandH}tUpHbondsVH
NanotechnologyTH2010TH[ZTHafb[X[ 3.4 21

121  pinHfilterHeffectHofHmanganeseHphthalocyanineHcontactedHwithHsingleUwalledHcarbonHnanotubeH
electrodesVHJournaleofeChemicalePhysicsTH2010THZ][THXbadX] 3.9 44

(2010-2011)
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120 rlectronicHtransportHcalculationsHforHtheHconductanceHofH}tUZTaUphenyleneHdiisocyanideU}tH
molecularHjunctionsVHNanotechnologyTH2010TH[ZTHZbb[X] 3.4 8

119 zagnetismHofHwurtziteHpo|HnanoclustersVHPhysicaleRevieweBTH2010THeZTH 3.3 15

118 }olaronicHdistortionHandHvacancyUinducedHmagnetismHinHzg|VHPhysicaleRevieweBTH2010THeZTH 3.3 67

117 ualfUzetallicH andwichHzolecularH−iresHwithH{egativeHqifferentialH–esistanceHandH ignU–eversibleH
uighH pinUsilterHrfficiencyVHJournaleofePhysicaleChemistryeCTH2010THZZaTH[Zef]U[Zeff 3.8 28

116 TuningHtheHmagnetoUtransportHpropertiesHofHnickelUcyclopentadienylHmultideckerHclustersHbyH
moleculeUelectrodeHcouplingHmanipulationVHACSeNanoTH2010THaTH[[daUe[ 16.7 31

115 vnvestigationHofHtheHconductingHpropertiesHofHaHphotoswitchingHdithienyletheneHmoleculeVHACSe
NanoTH2010THaTH[c]bUa[ 16.7 39

114 rlectronicHtransportHacrossH fHsulfurHclustersVHPhysicaleRevieweBTH2010THe[TH 3.3 10

113 zixedHlowUdimensionalHnanomaterialgH[qHultranarrowHzo [HinorganicHnanoribbonsHencapsulatedHinH
quasiUZqHcarbonHnanotubesVHJournaleofetheeAmericaneChemicaleSocietyTH2010THZ][THZ]eaXUd 16.4 188

112 rlectricHfieldHresponseHofHstronglyHcorrelatedHoneUdimensionalHmetalsgHnHoetheHansatzHdensityH
functionalHtheoryHstudyVHPhysicaleRevieweBTH2010THe[TH 3.3 18

111  pinHtransportHpropertiesHofH]dHtransitionHmetalPvvQHphthalocyaninesHinHcontactHwithHsingleUwalledH
carbonHnanotubeHelectrodesVHPhysicaleChemistryeChemicalePhysicsTH2010THZ[THZXeXbUZZ 3.6 59

110 pomputationalHmodelingHofHaHcarbonHnanotubeUbasedHq{nHnanosensorVHNanotechnologyTH2010TH[ZTHaabbXZ3.4 12

109 nnomalousvâ��₂curveHforHmonoUatomicHcarbonHchainsVHNeweJournaleofePhysicsTH2010THZ[THZX]XZd 2.9 15

108 nbHinitioHstudyHofHelectronHtransportHinHdryHpolyPtQUpolyPpQHnUq{nHstrandsVHPhysicaleRevieweBTH2010TH
e[TH 3.3 28

107 siniteUbiasHelectronicHtransportHofHmoleculesHinHaHwaterHsolutionVHPhysicaleRevieweBTH2010THeZTH 3.3 40

106  electionHofHsingleUwalledHcarbonHnanotubesHaccordingHtoHbothHtheirHdiameterHandHchiralityHviaH
nanotweezersVHNanoeResearchTH2010TH]TH[fcU]Xc 10 12

105 |xygenHdefectHoriginHofHferromagnetismHinHπnpo|VHJournaleofeMagnetismeandeMagneticeMaterialsTH
2010TH][[THZ[XfUZ[ZZ 2.8 10

104 rlectronHtransportHacrossHelectricallyHswitchableHmagneticHmoleculesVHPhysicaleRevieweBTH2009THeXTH 3.3 7

103 –esonantHelectronicHstatesHandHvâ��₂HcurvesHofHseWzg|WsePZXXQHtunnelHjunctionsVHPhysicaleRevieweBTH
2009THdfTH 3.3 53

Stefano Sanvito
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