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i Paper IF Citations

455 wnterpolatingJ‘onadiabaticJ†olecularJrynamicsJvamiltonianJwithJwnverseJtastJtourierJTransformXXJ
JournalcofcPhysicalcChemistrycLettersVJ2022VJaa[Waaf 6.4 2

454 sxcitedJStateJrynamicsJinJrualWrefectsJ†odifiedJuraphiticJqarbonJ‘itrideXXJJournalcofcPhysicalc
ChemistrycLettersVJ2022VJ[ZaaW[Zb[ 6.4 5

453 rimensionalityJreductionJinJmachineJlearningJforJnonadiabaticJmolecularJdynamicshJsffectivenessJ
ofJelementalJsublatticesJinJleadJhalideJperovskitesXXJJournalcofcChemicalcPhysicsVJ2022VJ[cdVJZcb[[Z 3.9 3

452 qhargeJcarrierJnonadiabaticJdynamicsJinJnonWmetalJdopedJgraphiticJcarbonJnitrideXXJJournalcofc
ChemicalcPhysicsVJ2022VJ[cdVJZgbeZ] 3.9 4

451 SuppressingJ’xygenWwnducedJreteriorationJofJ†etalJvalideJ“erovskitesJbyJolkalineJsarthJ†etalJ
ropinghJoJ”uantumJrynamicsJStudyXXJJournalcofcthecAmericancChemicalcSocietyVJ2022VJ[bbVJccbaWccc[ 16.4 8

450 vowJvoleJwnjectionJocceleratesJpothJwonJ†igrationJandJ‘onradiativeJ–ecombinationJinJ†etalJ
valideJ“erovskitesXXJJournalcofcthecAmericancChemicalcSocietyVJ2022VJ 16.4 14

449 q’JodsorbateJ“romotesJ“olaronJ“hotoactivityJonJtheJ–educedJ–utileJTi’R[[ZSJSurfaceXXJJacscAuVJ
2022VJ]VJ]abW]bc 6

448 ogWpiJqhargeJ–edistributionJqreatesJreepJTrapsJinJrefectiveJqsogpiprhJ†achineJzearningJonalysisJ
ofJrensityJtunctionalJTheoryXXJJournalcofcPhysicalcChemistrycLettersVJ2022VJadbcWadc[ 6.4 3

447 wnfluenceJofJintrinsicJdefectsJonJtheJstructureJandJdynamicsJofJtheJmixedJ“bâ��SnJperovskitehJ
firstWprinciplesJrtTJandJ‘o†rJsimulationsXJJournalcofcMaterialscChemistrycAVJ2021VJ[ZVJ]abW]bb 13 4

446 ‘onadiabaticJmolecularJdynamicsJanalysisJofJhybridJrionâ��xacobsonJ]rJleadsJiodideJperovskitesXJ
AppliedcPhysicscLettersVJ2021VJ[[gVJ]Z[[Z] 3.4 3

445 †odelingJ‘onWadiabaticJrynamicsJinJ‘anoscaleJandJqondensedJ†atterJSystemsXJAccountscofc
ChemicalcResearchVJ2021VJcbVJb]agWb]bg 24.3 18

444 sxcitedWStateJrynamicsJinJ†etalJvalideJ“erovskiteshJoJTheoreticalJ“erspectiveJ2021VJ[Wcb

443 wdentifyingJandJ“assivatingJyillerJrefectsJinJ“bWtreeJroubleJqsogpiprJ“erovskiteXJJournalcofc
PhysicalcChemistrycLettersVJ2021VJ[]VJ[Zcf[W[Zcff 6.4 3

442 ueneratingJShearJtlowsJwithoutJ†ovingJ“artsJbyJThermoWosmosisJinJveterogeneousJ‘anochannelsXJ
JournalcofcPhysicalcChemistrycLettersVJ2021VJ[]VJ[ZZggW[Z[Zc 6.4 2

441 “ointJrefectsJinJTwoWrimensionalJ˛‡W“hosphorusJqarbideXJJournalcofcPhysicalcChemistrycLettersVJ2021
VJ[]VJd]ZWd]d 6.4 14

440 qoncentricJopproximationJforJtastJandJoccurateJ‘umericalJsvaluationJofJ‘onadiabaticJqouplingJ
withJ“rojectorJougmentedW₂aveJ“seudopotentialsXJJournalcofcPhysicalcChemistrycLettersVJ2021VJ[]VJaZf]WaZfg6.4 19

439 ₂hyJvybridJTinWpasedJ“erovskitesJSimultaneouslyJwmproveJtheJStructuralJStabilityJandJqhargeJ
qarriersQJzifetimehJobJwnitioJ”uantumJrynamicsXJACScAppliedcMaterialsciamp;cInterfacesVJ2021VJ[aVJ[dcdeW[dcec9.5 5
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438 qommonJrefectsJoccelerateJqhargeJSeparationJandJ–educeJ–ecombinationJinJq‘TY†oleculeJ
qompositeshJotomisticJ”uantumJrynamicsXJJournalcofcthecAmericancChemicalcSocietyVJ2021VJ[baVJddbgWddcd16.4 15

437 ₂aterJSplittingJwithJaJSingleWotomJquYTi’J“hotocatalysthJotomisticJ’riginJofJvighJsfficiencyJandJ
“roposedJsnhancementJbyJSpinJSelectionXJJacscAuVJ2021VJ[VJccZWccg 22

436 StrongJ†odulationJofJpandJuapVJqarrierJ†obilityJandJzifetimeJinJTwoWrimensionalJplackJ
“hosphoreneJthroughJocousticJ“hononJsxcitationXJJournalcofcPhysicalcChemistrycLettersVJ2021VJ[]VJagdZWagde6.4 9

435 pandJalignmentJandJdefectsJinfluenceJtheJelectronâ��phononJheatJtransportJmechanismsJacrossJ
metalJinterfacesXJAppliedcPhysicscLettersVJ2021VJ[[fVJ[dacZa 3.4 3

434 wnterpolatingJ‘onadiabaticJ†olecularJrynamicsJvamiltonianJwithJortificialJ‘euralJ‘etworksXJ
JournalcofcPhysicalcChemistrycLettersVJ2021VJ[]VJdZeZWdZee 6.4 15

433 sliminationJofJqhargeJ–ecombinationJqentersJinJ†etalJvalideJ“erovskitesJbyJStrainXJJournalcofcthec
AmericancChemicalcSocietyVJ2021VJ[baVJggf]WgggZ 16.4 21

432 zongWlivedJmodulationJofJplasmonicJabsorptionJbyJballisticJthermalJinjectionXJNaturec
NanotechnologyVJ2021VJ[dVJbeWc[ 28.7 20

431 pidentateJzewisJbasesJareJpreferredJforJpassivationJofJ†o“bwaJsurfaceshJoJtimeWdomainJabJinitioJ
analysisXJNanocEnergyVJ2021VJegVJ[Zcbg[ 17.1 15

430 †odelingJougerJ“rocessesJwithJ‘onadiabaticJ†olecularJrynamicsXJNanocLettersVJ2021VJ][VJecdWed[ 11.5 18

429 ₂eakJristanceJrependenceJofJvotWslectronWTransferJ–atesJatJtheJwnterfaceJbetweenJ†onolayerJ
†oSJandJuoldXJACScNanoVJ2021VJ[cVJf[gWf]f 16.7 9

428 obJinitioJnonadiabaticJmolecularJdynamicsJofJchargeJcarriersJinJmetalJhalideJperovskitesXJNanoscaleVJ
2021VJ[aVJ[Z]agW[Z]dc 7.7 33

427 TuningJchargeJtransferJandJrecombinationJinJexTTtYq‘TJnanohybridsJbyJchoiceJofJchalcogenhJoJ
timeWdomainJdensityJfunctionalJanalysisXJJournalcofcAppliedcPhysicsVJ2021VJ[]gVJZ]ccZ[ 2.5 3

426 otomisticJ†echanismJofJ“assivationJofJvalideJüacanciesJinJzeadJvalideJ“erovskitesJbyJolkaliJwonsXJ
ChemistrycofcMaterialsVJ2021VJaaVJ[]fcW[]g] 9.6 14

425 “hononW†ediatedJwnterlayerJqhargeJSeparationJandJ–ecombinationJinJaJ†oSeY₂SeJ
veterostructureXJNanocLettersVJ2021VJ][VJ][dcW][ea 11.5 22

424 qhemicallyJSwitchableJnWTypeJandJpWTypeJqonductionJinJpismuthJSelenideJ‘anoribbonsJforJ
ThermoelectricJsnergyJvarvestingXJACScNanoVJ2021VJ[cVJ]eg[W]egg 16.7 8

423 rynamicsJofJ“hotoexcitedJSmallJ“olaronsJinJTransitionW†etalJ’xidesXJJournalcofcPhysicalcChemistryc
LettersVJ2021VJ[]VJ][g[W][gf 6.4 18

422 tirstW“rinciplesJ“redictionJofJTwoWrimensionalJpq“JandJpq“hJStructuralJStabilityVJtundamentalJ
“ropertiesVJandJ–enewableJsnergyJopplicationsXJJournalcofcPhysicalcChemistrycLettersVJ2021VJ[]VJabadWabb]6.4 10

421 †ixedJ†etalsJSlowJrownJ‘onradiativeJ–ecombinationJinJSaddleWShapedJ“orphyrinJ‘anoringshJoJ
TimeWromainJotomisticJSimulationXJJournalcofcPhysicalcChemistrycCVJ2021VJ[]cVJ[dd]ZW[dd]f 3.8 2

(2021-2021)
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420 riscoveryJofJaJ₂urtziteWlikeJquteSnSeJSemiconductorJ‘anocrystalJ“olymorphJandJwmplicationsJforJ
–elatedJquteSeJ†aterialsXJACScNanoVJ2021VJ 16.7 4

419 qommonJrefectsJoccelerateJqhargeJqarrierJ–ecombinationJinJqsSnwJwithoutJqreatingJ†idWuapJ
StatesXJJournalcofcPhysicalcChemistrycLettersVJ2021VJ[]VJfdggWfeZc 6.4 16

418 tacileJ–emovalJofJpulkJ’xygenJüacancyJrefectsJinJ†etalJ’xidesJrrivenJbyJvydrogenWropantJ
svaporationXJJournalcofcPhysicalcChemistrycLettersVJ2021VJ[]VJgcegWgcfa 6.4

417 onalyticJ†odelJofJ‘onequilibriumJqhargeJTransportJinJrisorderedJ’rganicJSemiconductorsJwithJ
qombinedJsnergyJandJ’ffWriagonalJrisorderXJJournalcofcPhysicalcChemistrycCVJ2021VJ[]cVJ]Z]aZW]Z]bZ 3.8

416 rependenceJbetweenJStructuralJandJslectronicJ“ropertiesJofJqs“bwhJönsupervisedJ†achineJ
zearningJofJ‘onadiabaticJ†olecularJrynamicsXJJournalcofcPhysicalcChemistrycLettersVJ2021VJ[]VJfde]Wfdef6.4 11

415 sxcitedWStateJ“ropertiesJofJrefectedJvalideJ“erovskiteJ”uantumJrotshJwnsightsJfromJqomputationXJ
JournalcofcPhysicalcChemistrycLettersVJ2021VJ[]VJ[ZZcW[Z[[ 6.4 6

414 ₂eakJonharmonicityJ–ationalizesJtheJTemperatureWrrivenJoccelerationJofJ‘onradiativeJrynamicsJ
inJquZnSnSJ“hotoabsorbersXXJACScAppliedcMaterialsciamp;cInterfacesVJ2021VJ[aVJd[adcWd[aea 9.5 3

413
SignificanceJofJtheJqhemicalJsnvironmentJofJanJslementJinJ‘onadiabaticJ†olecularJrynamicshJ
teatureJSelectionJandJrimensionalityJ–eductionJwithJ†achineJzearningXXJJournalcofcPhysicalc
ChemistrycLettersVJ2021VJ[]VJ[]Z]dW[]Za]

6.4 5

412 wnfluenceJofJtungstenJdopingJonJnonradiativeJelectronWholeJrecombinationJinJmonolayerJ†oSeJwithJ
SeJvacanciesXJJournalcofcChemicalcPhysicsVJ2020VJ[caVJ[cbeZ[ 3.9 3

411 ThermalJsmearingJinJrtTJcalculationshJvowJsmallJisJreallyJsmallmJoJcaseJofJzaJandJzuJatomsJ
adsorbedJonJgrapheneXJMaterialscTodaycCommunicationsVJ2020VJ]cVJ[Z[cgc 2.5 9

410 qombiningJzindbladJ†asterJsquationJandJSurfaceJvoppingJtoJsvolveJristributionsJofJ”uantumJ
“articlesXJJournalcofcPhysicalcChemistrycBVJ2020VJ[]bVJba]dWbaae 3.4 5

409 StructuralJreformationJqontrolsJqhargeJzossesJinJ†o“bwahJönsupervisedJ†achineJzearningJofJ
‘onadiabaticJ†olecularJrynamicsXJACScEnergycLettersVJ2020VJcVJ[gaZW[gaf 20.1 32

408 †owJTerminationJtavorsJsfficientJvoleJsxtractionJandJSlowJqhargeJ–ecombinationJatJtheJ
†o“bwYquSq‘JveterojunctionXJJournalcofcPhysicalcChemistrycLettersVJ2020VJ[[VJbbf[Wbbfg 6.4 13

407 ontiWcorrelationJbetweenJpandJgapJandJqarrierJzifetimeJinJzeadJvalideJ“erovskitesJunderJ
qompressionJ–ationalizedJbyJobJwnitioJ”uantumJrynamicsXJChemistrycofcMaterialsVJ2020VJa]VJbeZeWbe[c 9.6 20

406 otomicJfluctuationsJinJelectronicJmaterialsJrevealedJbyJdephasingXJProceedingscofcthecNationalc
AcademycofcSciencescofcthecUnitedcStatescofcAmericaVJ2020VJ[[eVJ[[gbZW[[gbd 11.5 16

405 wodineJandJSulfurJüacancyJqooperationJ“romotesJöltrafastJqhargeJsxtractionJatJ†o“bwaY†oS]J
wnterfaceXJACScEnergycLettersVJ2020VJcVJ[abdW[acb 20.1 29

404 SharpWtipJenhancedJcatalyticJq’JoxidationJbyJatomicallyJdispersedJ“t[Y“t]JonJaJraisedJgrapheneJ
oxideJplatformXJJournalcofcMaterialscChemistrycAVJ2020VJfVJ[]bfcW[]bgb 13 6

403 zowWfrequencyJlatticeJphononsJinJhalideJperovskitesJexplainJhighJdefectJtoleranceJtowardJ
electronWholeJrecombinationXJSciencecAdvancesVJ2020VJdVJeaawebca 14.3 99

OlegtPrezhdo

4



402 TunableJvydrogenJropingJofJ†etalJ’xideJSemiconductorsJwithJocidW†etalJTreatmentJatJombientJ
qonditionsXJJournalcofcthecAmericancChemicalcSocietyVJ2020VJ[b]VJb[adWb[bZ 16.4 25

401 “bJdimerizationJgreatlyJacceleratesJchargeJlossesJinJ†o“bwhJTimeWdomainJabJinitioJanalysisXJJournalc
ofcChemicalcPhysicsVJ2020VJ[c]VJZdbeZe 3.9 7

400 wmprovedJdescriptionJofJhematiteJsurfacesJbyJtheJSqo‘JfunctionalXJJournalcofcChemicalcPhysicsVJ
2020VJ[c]VJZ]beZd 3.9 8

399 SynergyJbetweenJwonJ†igrationJandJqhargeJqarrierJ–ecombinationJinJ†etalWvalideJ“erovskitesXJ
JournalcofcthecAmericancChemicalcSocietyVJ2020VJ[b]VJaZdZWaZdf 16.4 55

398 SoftJzatticeJandJrefectJqovalencyJ–ationalizeJToleranceJofJ˛†Wqs“bwJ“erovskiteJSolarJqellsJtoJ‘ativeJ
refectsXJAngewandtecChemiecrcInternationalcEditionVJ2020VJcgVJdbacWdbb[ 16.4 72

397 q’J“hotoreductionJonJ†etalJ’xideJSurfaceJwsJrrivenJbyJTransientJqaptureJofJvotJslectronshJ
”uantumJrynamicsJSimulationXJJournalcofcthecAmericancChemicalcSocietyVJ2020VJ[b]VJa][bWa]][ 16.4 29

396 qontrolJofJqhargeJqarrierJrynamicsJinJ“lasmonicJouJtilmsJbyJTi’JSubstrateJStoichiometryXJJournalc
ofcPhysicalcChemistrycLettersVJ2020VJ[[VJ[b[gW[b]e 6.4 15

395 SoftJzatticeJandJrefectJqovalencyJ–ationalizeJToleranceJofJ˛†Wqs“bwaJ“erovskiteJSolarJqellsJtoJ
‘ativeJrefectsXJAngewandtecChemieVJ2020VJ[a]VJdbgeWdcZa 3.6 6

394 slectronâ��phononJcouplingJandJrelatedJtransportJpropertiesJofJmetalsJandJintermetallicJalloysJfromJ
firstJprinciplesXJMaterialscTodaycPhysicsVJ2020VJ[]VJ[ZZ[ec 8 12

393 sxtendingJqarrierJzifetimesJinJzeadJvalideJ“erovskitesJwithJolkaliJ†etalsJbyJ“assivatingJandJ
sliminatingJvalideJwnterstitialJrefectsXJAngewandtecChemiecrcInternationalcEditionVJ2020VJcgVJbdfbWbdgZ 16.4 47

392 sxtendingJqarrierJzifetimesJinJzeadJvalideJ“erovskitesJwithJolkaliJ†etalsJbyJ“assivatingJandJ
sliminatingJvalideJwnterstitialJrefectsXJAngewandtecChemieVJ2020VJ[a]VJbe[bWbe]Z 3.6 5

391 sdgeJwnfluenceJonJqhargeJqarrierJzocalizationJandJzifetimeJinJqv‘v“bprJ“erovskitehJ”uantumJ
rynamicsJSimulationXJJournalcofcPhysicalcChemistrycLettersVJ2020VJ[[VJg[ZZWg[Zg 6.4 20

390 “rotectingJhotJcarriersJbyJtuningJhybridJperovskiteJstructuresJwithJalkaliJcationsXJSciencecAdvancesVJ
2020VJdVJ 14.3 20

389 ‘etJönidirectionalJtluidJTransportJinJzocallyJveatedJ‘anochannelJbyJThermoWosmosisXJNanocLetters
VJ2020VJ]ZVJfgdcWfge[ 11.5 11

388 occurateJqomputationJofJ‘onadiabaticJqouplingJwithJ“rojectorJougmentedW₂aveJ
“seudopotentialsXJJournalcofcPhysicalcChemistrycLettersVJ2020VJ[[VJ[ZZeaW[ZZfZ 6.4 32

387 otomicJ†odelJforJolkaliJ†etalJ“assivationJofJ“ointJrefectsJatJ“erovskiteJurainJpoundariesXJACSc
EnergycLettersVJ2020VJcVJaf[aWaf]Z 20.1 26

386 ”uantumJdynamicsJoriginJofJhighJphotocatalyticJactivityJofJmixedWphaseJanataseYrutileJTi’XJJournalc
ofcChemicalcPhysicsVJ2020VJ[caVJZbbeZd 3.9 18

385 “hotoinducedJrynamicsJofJqhargeJqarriersJinJ†etalJvalideJ“erovskitesJfromJanJotomisticJ
“erspectiveXJJournalcofcPhysicalcChemistrycLettersVJ2020VJ[[VJeZddWeZf] 6.4 28

(2020-2020)
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384 ₂hyJ’xygenJwncreasesJqarrierJzifetimesJbutJocceleratesJregradationJofJqv‘v“bwJunderJzightJ
wrradiationhJTimeWromainJobJwnitioJonalysisXJJournalcofcthecAmericancChemicalcSocietyVJ2020VJ[b]VJ[bddbW[bdea16.4 33

383 obJinitioJquantumJdynamicsJofJchargeJcarriersJinJgraphiticJcarbonJnitrideJnanosheetsXJJournalcofc
ChemicalcPhysicsVJ2020VJ[caVJZcbeZ[ 3.9 13

382 zongWzivedJvotJslectronJinJaJ†etallicJ“articleJforJ“lasmonicsJandJqatalysishJ‘onadiabaticJ†olecularJ
rynamicsJwithJ†achineJzearningXJACScNanoVJ2020VJ[bVJ[ZdZfW[Zd[c 16.7 23

381 slectronâ��“hononJ–elaxationJatJouYTiJwnterfacesJwsJ–obustJtoJolloyinghJobJwnitioJ‘onadiabaticJ
†olecularJrynamicsXJJournalcofcPhysicalcChemistrycCVJ2019VJ[]aVJ]]fb]W]]fcZ 3.8 4

380
sxcitonJrissociationJandJSuppressedJqhargeJ–ecombinationJatJ]rJ“erovskiteJsdgeshJyeyJ–olesJofJ
önsaturatedJvalideJpondsJandJThermalJrisorderXJJournalcofcthecAmericancChemicalcSocietyVJ2019VJ
[b[VJ[ccceW[ccdd

16.4 66

379 qoreWdependentJpropertiesJofJcopperJnanoclustershJvalenceWpureJnanoclustersJasJ‘w–JTortJ
emittersJandJmixedWvalenceJonesJasJsemiconductorsXJChemicalcScienceVJ2019VJ[ZVJ[Z[]]W[Z[]f 9.4 13

378 SuppressionJofJslectronWvoleJ–ecombinationJbyJwntrinsicJrefectsJinJ]rJ†onoelementalJ†aterialXJ
JournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJd[c[Wd[cf 6.4 39

377 SizeW“rogrammedJSynthesisJofJ“bSeJ”uantumJrotsJviaJSecondaryJ“hosphineJqhalcogenidesXJ
ChemistrycofcMaterialsVJ2019VJa[VJfaZ[WfaZe 9.6 4

376 ‘umericalJtestsJofJcoherenceWcorrectedJsurfaceJhoppingJmethodsJusingJaJdonorWbridgeWacceptorJ
modelJsystemXJJournalcofcChemicalcPhysicsVJ2019VJ[cZVJ[gb[Zb 3.9 12

375 wnfluenceJofJrefectsJonJsxcitedWStateJrynamicsJinJzeadJvalideJ“erovskiteshJTimeWromainJabJwnitioJ
StudiesXJJournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJaeffWafZb 6.4 57

374 shrenfestJandJclassicalJpathJdynamicsJwithJdecoherenceJandJdetailedJbalanceXJJournalcofcChemicalc
PhysicsVJ2019VJ[cZVJ]Zb[]b 3.9 27

373 StrongJwnfluenceJofJ’xygenJüacancyJzocationJonJqhargeJqarrierJzossesJinJ–educedJTi’J
‘anoparticlesXJJournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJ]dedW]dfa 6.4 21

372 ThinJTiJadhesionJlayerJbreaksJbottleneckJtoJhotJholeJrelaxationJinJouJfilmsXJJournalcofcChemicalc
PhysicsVJ2019VJ[cZVJ[fbeZ[ 3.9 9

371 qoexistenceJofJrifferentJqhargeWTransferJ†echanismsJinJtheJvotWqarrierJrynamicsJofJvybridJ
“lasmonicJ‘anomaterialsXJNanocLettersVJ2019VJ[gVJa[feWa[ga 11.5 23

370 tirstWprinciplesJdeterminationJofJtheJultrahighJelectricalJandJthermalJconductivityJinJfreeWelectronJ
metalsJviaJpressureJtuningJtheJelectronWphononJcouplingJfactorXJPhysicalcReviewcBVJ2019VJggVJ 3.3 11

369
SuperoxideY“eroxideJqhemistryJsxtendsJqhargeJqarriersQJzifetimeJbutJönderminesJqhemicalJ
StabilityJofJqv‘v“bwJsxposedJtoJ’xygenhJTimeWromainJabJwnitioJonalysisXJJournalcofcthecAmericanc
ChemicalcSocietyVJ2019VJ[b[VJcegfWcfZe

16.4 80

368 SymmetryJpreakingJatJ†o“bwJ“erovskiteJurainJpoundariesJSuppressesJqhargeJ–ecombinationhJ
TimeWromainJabJwnitioJonalysisXJJournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJ[d[eW[d]a 6.4 53

367
qatalyticJqhemistryJ“redictedJbyJaJqhargeJ“olarizationJrescriptorhJSynergisticJ’JoctivationJandJq’J
’xidationJbyJouWquJpimetallicJqlustersJonJTi’R[Z[SXJACScAppliedcMaterialsciamp;cInterfacesVJ2019VJ
[[VJgd]gWgdbZ

9.5 18

OlegtPrezhdo

6



366 zatticeJsxpansionJinJvybridJ“erovskiteshJsffectJonJ’ptoelectronicJ“ropertiesJandJqhargeJqarrierJ
rynamicsXJJournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJcZZZWcZZe 6.4 38

365 “hononWSuppressedJougerJScatteringJofJqhargeJqarriersJinJrefectiveJTwoWrimensionalJTransitionJ
†etalJrichalcogenidesXJNanocLettersVJ2019VJ[gVJdZefWdZfd 11.5 27

364 TheJ“eriodicJTableXJJournalcofcPhysicalcChemistrycAVJ2019VJ[]aVJcfaeWcfbf 2.8 1

363 TripletJsxcitonsJinJSmallJveliumJqlustersXJJournalcofcPhysicalcChemistrycAVJ2019VJ[]aVJd[[aWd[]] 2.8

362 TheJx“qJ“eriodicJTableXJJournalcofcPhysicalcChemistrycCVJ2019VJ[]aVJ[eZdaW[eZeb 3.8 1

361 TheJx“qJ“eriodicJTableXJJournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJbZc[WbZd] 6.4 1

360 onharmonicityJsxtendsJqarrierJzifetimesJinJzeadJvalideJ“erovskitesJatJslevatedJTemperaturesXJ
JournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJd][gWd]]d 6.4 41

359 slectronW“hononJScatteringJwsJ†uchJ₂eakerJinJqarbonJ‘anotubesJthanJinJurapheneJ‘anoribbonsXJ
JournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJe[egWe[fe 6.4 14

358 snhancedJoctivityJofJq‘WSupportedJSingleJqoJotomJqatalystJbyJSingleJotomJ“romoterXJJournalcofc
PhysicalcChemistrycLettersVJ2019VJ[ZVJeZZgWeZ[b 6.4 17

357 †onoWslementalJ“ropertiesJofJ]rJplackJ“hosphorusJsnsureJsxtendedJqhargeJqarrierJzifetimesJ
underJ’xidationhJTimeWromainJobJwnitioJonalysisXJJournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJ[ZfaW[Zg[6.4 55

356
rependenceJofJelectronJtransferJdynamicsJonJtheJnumberJofJgrapheneJlayersJinJˇ�WstackedJ]rJ
materialshJinsightsJfromJabJinitioJnonadiabaticJmolecularJdynamicsXJPhysicalcChemistrycChemicalc
PhysicsVJ2019VJ][VJ]a[gfW]a]Zf

3.6 6

355 StrainJqontrolsJqhargeJqarrierJzifetimesJinJ†onolayerJ₂SehJobJwnitioJTimeJromainJonalysisXJJournalc
ofcPhysicalcChemistrycLettersVJ2019VJ[ZVJeea]Weeag 6.4 22

354 ₂hyJSiliconJropingJocceleratesJslectronJ“olaronJriffusionJinJvematiteXJJournalcofcthecAmericanc
ChemicalcSocietyVJ2019VJ[b[VJ]Z]]]W]Z]aa 16.4 27

353 x“qzhJoJrynamicJxournalJwithJaJulobalJ–eachXJJournalcofcPhysicalcChemistrycLettersVJ2019VJ[ZVJ[[aW[[b 6.4

352 zewisJpaseJ“assivationJofJvybridJvalideJ“erovskitesJSlowsJslectronWvoleJ–ecombinationhJ
TimeWromainJobJwnitioJonalysisXJJournalcofcPhysicalcChemistrycLettersVJ2018VJgVJ[[dbW[[e[ 6.4 64

351 †olecularJ“hotophysicsJunderJShockJqompressionhJobJwnitioJ‘onadiabaticJ†olecularJrynamicsJofJ
–hodamineJryeXJJournalcofcPhysicalcChemistrycCVJ2018VJ[]]VJ[adZZW[adZe 3.8 2

350
rtTJstudyJofJtheJinfraredJandJ–amanJspectraJofJphotochromicJtulgideiJ
aWricyclopropylmethyleneWbWsWΣ[WR]VcWdimethylWaWfurylSethylideneγWcWRbWnitrophenylcyanomethylenetetrahydrofuranW]WoneXJ
StructuralcChemistryVJ2018VJ]gVJ[ZfcW[Zgb

1.8 4

349 SizeJandJShapeJsffectsJonJqhargeJ–ecombinationJrynamicsJofJTi’]J‘anoclustersXJJournalcofc
PhysicalcChemistrycCVJ2018VJ[]]VJc]Z[Wc]Zf 3.8 24

(2018-2019)
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348 relocalizedJwmpurityJ“hononJwnducedJslectronWvoleJ–ecombinationJinJropedJSemiconductorsXJ
NanocLettersVJ2018VJ[fVJ[cg]W[cgg 11.5 63

347 “lasmonW†ediatedJslectronJwnjectionJfromJouJ‘anorodsJintoJ†oS]hJTraditionalJversusJ
“hotoexcitationJ†echanismXJCheMVJ2018VJbVJ[[[]W[[]e 16.2 56

346 valideJqompositionJqontrolsJslectronWvoleJ–ecombinationJinJqesiumWzeadJvalideJ“erovskiteJ
”uantumJrotshJoJTimeJromainJobJwnitioJStudyXJJournalcofcPhysicalcChemistrycLettersVJ2018VJgVJ[fe]W[feg 6.4 87

345 –apidJrecoherenceJSuppressesJqhargeJ–ecombinationJinJ†ultiWzayerJ]rJvalideJ“erovskiteshJ
TimeWromainJobJwnitioJonalysisXJNanocLettersVJ2018VJ[fVJ]bcgW]bdd 11.5 85

344 –ecentJtheoreticalJprogressJinJtheJdevelopmentJofJperovskiteJphotovoltaicJmaterialsXJJournalcofc
EnergycChemistryVJ2018VJ]eVJdaeWdbg 12 32

343 wncreasedJzatticeJStiffnessJSuppressesJ‘onradiativeJqhargeJ–ecombinationJinJ†o“bwaJropedJwithJ
zargerJqationshJTimeWromainJobJwnitioJonalysisXJACScEnergycLettersVJ2018VJaVJ]ZeZW]Zed 20.1 53

342 zongJqarrierJzifetimesJinJ“bw]W–ichJ“erovskitesJ–ationalizedJbyJobJwnitioJ‘onadiabaticJ†olecularJ
rynamicsXJACScEnergycLettersVJ2018VJaVJ[fdfW[feb 20.1 41

341 Spinâ��’rbitJwnteractionsJureatlyJoccelerateJ‘onradiativeJrynamicsJinJzeadJvalideJ“erovskitesXJACSc
EnergycLettersVJ2018VJaVJ][cgW][dd 20.1 82

340 SuperatomJ†olecularJ’rbitalJasJanJwnterfacialJqhargeJSeparationJStateXJJournalcofcPhysicalc
ChemistrycLettersVJ2018VJgVJabfcWabgZ 6.4 24

339 –ealWTimeJotomisticJrynamicsJofJsnergyJtlowJinJanJST†JSetuphJ–evealingJtheJ†echanismJofJ
qurrentWwnducedJ†olecularJsmissionXJJournalcofcPhysicalcChemistrycLettersVJ2018VJgVJacg[Wacge 6.4 10

338 “hotoexcitedJ‘onadiabaticJrynamicsJofJSolvatedJ“ushW“ullJˇ�WqonjugatedJ’ligomersJwithJtheJ
‘s−†rJSoftwareXJJournalcofcChemicalcTheorycandcComputationVJ2018VJ[bVJagccWagdd 6.4 30

337 öltrafastVJasymmetricJchargeJtransferJandJslowJchargeJrecombinationJinJporphyrinYq‘TJcompositesJ
demonstratedJbyJtimeWdomainJatomisticJsimulationXJNanoscaleVJ2018VJ[ZVJ[]dfaW[]dgb 7.7 17

336 TheoreticalJwnvestigationJofJ–elaxationJrynamicsJinJouafRSvS]bJThiolateW“rotectedJuoldJ
‘anoclustersXJJournalcofcPhysicalcChemistrycCVJ2018VJ[]]VJ[dafZW[daff 3.8 19

335 sffectJofJospectJ–atioJonJ†ultiparticleJougerJ–ecombinationJinJSingleW₂alledJqarbonJ‘anotubeshJ
TimeJromainJotomisticJSimulationXJNanocLettersVJ2018VJ[fVJcfWda 11.5 27

334 votJslectronJThermoreflectanceJqoefficientJofJuoldJduringJslectronâ��“hononJ‘onequilibriumXJACSc
PhotonicsVJ2018VJcVJbffZWbffe 6.3 13

333 qonversionJofJveR]JSSJtoJveRJa˛£JSJinJziquidJveliumXJJournalcofcPhysicalcChemistrycLettersVJ2018VJgVJdZ[eWdZ]a6.4 4

332 TimeWromainJabJwnitioJonalysisJ–ationalizesJtheJönusualJTemperatureJrependenceJofJqhargeJ
qarrierJ–elaxationJinJzeadJvalideJ“erovskiteXJACScEnergycLettersVJ2018VJaVJ]e[aW]e]Z 20.1 47

331 qontrolJofJqhargeJ–ecombinationJinJ“erovskitesJbyJ’xidationJStateJofJvalideJüacancyXJJournalcofc
thecAmericancChemicalcSocietyVJ2018VJ[bZVJ[cecaW[ceda 16.4 94

OlegtPrezhdo
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330 “ersistentJ”uantumJqoherenceJandJStrongJqouplingJsnableJtastJslectronJTransferJacrossJtheJ
qdSYTi’]JwnterfacehJoJTimeWromainJabJwnitioJSimulationXJJournalcofcPhysicalcChemistrycCVJ2018VJ[]]VJ]cdZdW]cd[d3.8 12

329 “hononWcoupledJultrafastJinterlayerJchargeJoscillationJatJvanJderJ₂aalsJheterostructureJinterfacesXJ
PhysicalcReviewcBVJ2018VJgeVJ 3.3 51

328 ₂hyJqhemicalJüaporJrepositionJurownJ†oSJSamplesJ’utperformJ“hysicalJüaporJrepositionJ
SampleshJTimeWromainJabJwnitioJonalysisXJNanocLettersVJ2018VJ[fVJbZZfWbZ[b 11.5 56

327 q]‘WsupportedJsingleJmetalJionJcatalystsJforJvq’’vJdehydrogenationXJJournalcofcMaterialsc
ChemistrycAVJ2018VJdVJ[[[ZcW[[[[] 13 28

326 votWvoleJqoolingJqontrolsJtheJwnitialJöltrafastJ–elaxationJinJ†ethylammoniumJzeadJwodideJ
“erovskiteXJScientificcReportsVJ2018VJfVJf[[c 4.9 26

325 wnfluenceJofJsncapsulatedJ₂aterJonJzuminescenceJsnergyVJzineJ₂idthVJandJzifetimeJofJqarbonJ
‘anotubeshJTimeJromainJobJwnitioJonalysisXJJournalcofcPhysicalcChemistrycLettersVJ2018VJgVJbZZdWbZ[a 6.4 18

324
terroelectricJolignmentJofJ’rganicJqationsJwnhibitsJ‘onradiativeJslectronWvoleJ–ecombinationJinJ
vybridJ“erovskiteshJobJwnitioJ‘onadiabaticJ†olecularJrynamicsXJJournalcofcPhysicalcChemistryc
LettersVJ2017VJfVJf[]Wf[f

6.4 48

323
ronorWocceptorJwnteractionJreterminesJtheJ†echanismJofJ“hotoinducedJslectronJwnjectionJfromJ
urapheneJ”uantumJrotsJintoJTi’hJˇ�WStackingJSupersedesJqovalentJpondingXJJournalcofcthec
AmericancChemicalcSocietyVJ2017VJ[agVJ]d[gW]d]g

16.4 100

322 †icrowaveJreductionJofJgrapheneJoxideJrationalizedJbyJreactiveJmolecularJdynamicsXJNanoscaleVJ
2017VJgVJbZ]bWbZaa 7.7 20

321 otomisticJonalysisJofJ–oomJTemperatureJ”uantumJqoherenceJinJTwoWrimensionalJqdSeJ
‘anostructuresXJNanocLettersVJ2017VJ[eVJ]afgW]agd 11.5 24

320 TwoWrimensionalJzinearJrichroismJSpectroscopyJforJwdentifyingJ“roteinJ’rientationJandJSecondaryJ
StructureJqompositionXJJournalcofcPhysicalcChemistrycLettersVJ2017VJfVJ[Za[W[Zae 6.4 5

319 StrongJwnteractionJatJtheJ“erovskiteYTi’]JwnterfaceJtacilitatesJöltrafastJ“hotoinducedJqhargeJ
SeparationhJoJ‘onadiabaticJ†olecularJrynamicsJStudyXJJournalcofcPhysicalcChemistrycCVJ2017VJ[][VJaegeWafZd3.8 60

318 qooperativeJenhancementJofJtheJnonlinearJopticalJresponseJinJconjugatedJenergeticJmaterialshJoJ
TrWrtTJstudyXJJournalcofcChemicalcPhysicsVJ2017VJ[bdVJ[[baZf 3.9 8

317 voleJTrappingJbyJwodineJwnterstitialJrefectsJrecreasesJtreeJqarrierJzossesJinJ“erovskiteJSolarJqellshJ
oJTimeWromainJobJwnitioJStudyXJACScEnergycLettersVJ2017VJ]VJ[]eZW[]ef 20.1 114

316 qontrolJofJqhargeJqarriersJTrappingJandJ–elaxationJinJvematiteJbyJ’xygenJüacancyJqhargehJobJ
wnitioJ‘onWadiabaticJ†olecularJrynamicsXJJournalcofcthecAmericancChemicalcSocietyVJ2017VJ[agVJdeZeWde[e16.4 101

315 ₂eakJronorWocceptorJwnteractionJandJwnterfaceJ“olarizationJrefineJ“hotoexcitationJrynamicsJinJ
theJ†oSYTi’JqompositehJTimeWromainJobJwnitioJSimulationXJNanocLettersVJ2017VJ[eVJbZafWbZbd 11.5 41

314 ”uantumJrynamicsJofJ“hotogeneratedJqhargeJqarriersJinJvybridJ“erovskiteshJropantsVJurainJ
poundariesVJslectricJ’rderVJandJ’therJ–ealisticJospectsXJACScEnergycLettersVJ2017VJ]VJ[cffW[cge 20.1 25

313 wmidazoliumJwonicJziquidJ†ediatesJplackJ“hosphorusJsxfoliationJwhileJ“reventingJ“hosphoreneJ
recompositionXJACScNanoVJ2017VJ[[VJdbcgWdbdd 16.7 31

(2017-2018)
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312 ‘onadiabaticJchargeJdynamicsJinJnovelJsolarJcellJmaterialsXJWileycInterdisciplinarycReviews:c
ComputationalcMolecularcScienceVJ2017VJeVJe[aZc 7.9 53

311 onalyticJ†odelingJofJtieldJrependenceJofJqhargeJ†obilityJandJopplicabilityJofJtheJqonceptJofJtheJ
sffectiveJTransportJzevelJtoJanJ’rganicJripoleJulassXJJournalcofcPhysicalcChemistrycCVJ2017VJ[][VJeeedWeef[3.8 7

310 TimeWromainJabJwnitioJ†odelingJofJslectronW“hononJ–elaxationJinJvighWTemperatureJquprateJ
SuperconductorsXJJournalcofcPhysicalcChemistrycLettersVJ2017VJfVJ[gaW[gf 6.4 19

309 TheJx“qzJ‘ewJYearQsJsditorialXJJournalcofcPhysicalcChemistrycLettersVJ2017VJfVJb[ 6.4

308 sxfoliationJofJurapheneJinJwonicJziquidshJ“yridiniumJversusJ“yrrolidiniumXJJournalcofcPhysicalc
ChemistrycCVJ2017VJ[][VJg[[Wg[e 3.8 23

307 “erspectiveJqollectionsJinJtheJzimelightXJJournalcofcPhysicalcChemistrycLettersVJ2017VJfVJc]agWc]ag 6.4

306 wnJtheJzimelightXJJournalcofcPhysicalcChemistrycLettersVJ2017VJfVJag]cWag]c 6.4

305 “hononWossistedJöltrafastJqhargeJTransferJatJvanJderJ₂aalsJveterostructureJwnterfaceXJNanoc
LettersVJ2017VJ[eVJdbacWdbb] 11.5 120

304 TemperatureJrependenceJofJslectronâ��“hononJwnteractionsJinJuoldJtilmsJ–ationalizedJbyJ
TimeWromainJobJwnitioJonalysisXJJournalcofcPhysicalcChemistrycCVJ2017VJ[][VJ[ebffW[ebge 3.8 15

303 –oleJofJ†ethylammoniumJ’rientationJinJwonJriffusionJandJqurrentâ��üoltageJvysteresisJinJtheJ
qva‘va“bwaJ“erovskiteXJACScEnergycLettersVJ2017VJ]VJ[ggeW]ZZb 20.1 55

302 ’ptoelectronicJ“ropertiesJofJSemiconductorJ”uantumJrotJSolidsJforJ“hotovoltaicJopplicationsXJ
JournalcofcPhysicalcChemistrycLettersVJ2017VJfVJb[]gWb[ag 6.4 49

301 wnJtheJzimelightXJJournalcofcPhysicalcChemistrycLettersVJ2017VJfVJae[fWae[g 6.4

300 wnJtheJzimelighthJ“erspectiveJqollectionsJonJ“erovskitesXJJournalcofcPhysicalcChemistrycLettersVJ2017VJ
fVJcdffWcdff 6.4

299 StrongJwnfluenceJofJTiJodhesionJzayerJonJslectronW“hononJ–elaxationJinJThinJuoldJtilmshJobJwnitioJ
‘onadiabaticJ†olecularJrynamicsXJACScAppliedcMaterialsciamp;cInterfacesVJ2017VJgVJbaabaWbaac[ 9.5 16

298
wnterplayJbetweenJzocalizedJandJtreeJqhargeJqarriersJqanJsxplainJvotJtluorescenceJinJtheJ
qv‘v“bprJ“erovskitehJTimeWromainJobJwnitioJonalysisXJJournalcofcthecAmericancChemicalcSocietyVJ
2017VJ[agVJ[ea]eW[eaaa

16.4 64

297 qhargeJSeparationJandJ–ecombinationJinJTwoWrimensionalJ†oS]Y₂S]hJTimeWromainJabJwnitioJ
†odelingXJChemistrycofcMaterialsVJ2017VJ]gVJ]bddW]bea 9.6 94

296 SulfurJodatomJandJüacancyJoccelerateJqhargeJ–ecombinationJinJ†oSJbutJbyJrifferentJ†echanismshJ
TimeWromainJobJwnitioJonalysisXJNanocLettersVJ2017VJ[eVJegd]Wegde 11.5 92

295 tragmentJ†olecularJ’rbitalJ‘onadiabaticJ†olecularJrynamicsJforJqondensedJ“haseJSystemsXJ
JournalcofcPhysicalcChemistrycAVJ2016VJ[]ZVJe]ZcW[] 2.8 18

OlegtPrezhdo
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294 SubW“icosecondJougerW†ediatedJvoleWTrappingJrynamicsJinJqolloidalJqdSeYqdSJqoreYShellJ
‘anoplateletsXJACScNanoVJ2016VJ[ZVJgaeZWgaef 16.7 35

293 zaserWwnducedJsxplosionJofJ‘itratedJqarbonJ‘anotubeshJ‘onadiabaticJandJ–eactiveJ†olecularJ
rynamicsJSimulationsXJJournalcofcthecAmericancChemicalcSocietyVJ2016VJ[afVJ[cg]eW[cgab 16.4 25

292 slectronicJ“ropertiesJofJqarbonJ‘anotubesJwntercalatedJwithJziUJandJ†g]UhJsffectsJofJwonJqhargeJ
andJwonJSolvationXJJournalcofcPhysicalcChemistrycCVJ2016VJ[]ZVJ]dc[bW]dc][ 3.8 9

291 sxposingJtheJrynamicsJandJsnergeticsJofJtheJ‘WveterocyclicJqarbeneW‘anocrystalJwnterfaceXJ
JournalcofcthecAmericancChemicalcSocietyVJ2016VJ[afVJ[bfbbW[bfbe 16.4 29

290 snergyJStorageJinJqubaneJrerivativesJandJTheirJ–ealWTimeJrecompositionhJqomputationalJ
†olecularJrynamicsJandJThermodynamicsXJACScEnergycLettersVJ2016VJ[VJ[fgW[gb 20.1 15

289 önderstandingJdivergentJbehaviorsJinJtheJphotocatalyticJhydrogenJevolutionJreactionJonJqdSJandJ
ZnShJaJrtTJbasedJstudyXJPhysicalcChemistrycChemicalcPhysicsVJ2016VJ[fVJ[dfd]Wg 3.6 26

288 obJwnitioJ†olecularJrynamicsJofJrimerizationJandJqlusteringJinJolkaliJ†etalJüaporsXJJournalcofc
PhysicalcChemistrycAVJ2016VJ[]ZVJbaZ]Wd 2.8 7

287 vaberJ“rocessJ†adeJsfficientJbyJvydroxylatedJuraphenehJobJwnitioJThermochemistryJandJ–eactiveJ
†olecularJrynamicsXJJournalcofcPhysicalcChemistrycLettersVJ2016VJeVJ]d]]Wd 6.4 13

286
wonJossociationJinJoproticJSolventsJforJzithiumJwonJpatteriesJ–equiresJriscreteâ��qontinuumJ
opproachhJzithiumJpisRoxalatoSborateJinJsthyleneJqarbonateJpasedJ†ixturesXJJournalcofcPhysicalc
ChemistrycCVJ2016VJ[]ZVJ[dcbcW[dcc]

3.8 14

285 ‘onadiabaticJ†olecularJrynamicsJforJThousandJotomJSystemshJoJTightWpindingJopproachJtowardJ
“Y−owrXJJournalcofcChemicalcTheorycandcComputationVJ2016VJ[]VJ[badWbf 6.4 82

284 ”uantumJqoherenceJtacilitatesJsfficientJqhargeJSeparationJatJaJ†oS]Y†oSe]JvanJderJ₂aalsJ
xunctionXJNanocLettersVJ2016VJ[dVJ[ggdW]ZZa 11.5 170

283 slectronJSolvationJinJziquidJommoniahJzithiumVJSodiumVJ†agnesiumVJandJqalciumJasJslectronJ
SourcesXJJournalcofcPhysicalcChemistrycBVJ2016VJ[]ZVJ]cZZWd 3.4 17

282 “ressureWdrivenJopeningJofJcarbonJnanotubesXJNanoscaleVJ2016VJfVJdZ[bW]Z 7.7 5

281 “hotophysicalJ“ropertiesJofJqdSeYqdSJcoreYshellJquantumJdotsJwithJtunableJsurfaceJcompositionXJ
ChemicalcPhysicsVJ2016VJbe[VJ]bWa[ 2.3 29

280 obJinitioJphononWcoupledJnonadiabaticJrelaxationJdynamicsJofJΣou]cRSvS[fγâ��JclustersXJPhysicac
StatuscSolidicmBn:cBasiccResearchVJ2016VJ]caVJbcfWbd] 1.3 11

279 zargeWScaleJ“rogrammableJSynthesisJofJ“bSJ”uantumJrotsXJChemPhysChemVJ2016VJ[eVJdf[Wd 3.2 7

278 qommunicationhJ“roperJtreatmentJofJclassicallyJforbiddenJelectronicJtransitionsJsignificantlyJ
improvesJdetailedJbalanceJinJsurfaceJhoppingXJJournalcofcChemicalcPhysicsVJ2016VJ[bbVJ][[[Z] 3.9 27

277 “hotoactiveJsxcitedJStatesJinJsxplosiveJteRwwSJTetrazineJqomplexeshJoJTimeWrependentJrensityJ
tunctionalJTheoryJStudyXJJournalcofcPhysicalcChemistrycCVJ2016VJ[]ZVJ]fed]W]feea 3.8 11

(2016-2016)
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276 wonicJüaporJqompositionJinJ“yridiniumWpasedJwonicJziquidsXJJournalcofcPhysicalcChemistrycBVJ2016VJ
[]ZVJbdd[We 3.4 8

275 –ecentJ“rogressJinJSurfaceJvoppinghJ]Z[[W]Z[cXJJournalcofcPhysicalcChemistrycLettersVJ2016VJeVJ][ZZW[] 6.4 200

274
önravellingJtheJsffectsJofJurainJpoundaryJandJqhemicalJropingJonJslectronWvoleJ–ecombinationJinJ
qva‘va“bwaJ“erovskiteJbyJTimeWromainJotomisticJSimulationXJJournalcofcthecAmericancChemicalc
SocietyVJ2016VJ[afVJaffbWgZ

16.4 272

273 wonicJüaporJqompositionJinJqriticalJandJSupercriticalJStatesJofJStronglyJwnteractingJwonicJ
qompoundsXJJournalcofcPhysicalcChemistrycBVJ2016VJ[]ZVJbaZ]Wg 3.4 5

272 SlowJ–elaxationJofJSurfaceJ“lasmonJsxcitationsJinJoucchJTheJyeyJtoJsfficientJ“lasmonicJveatingJinJ
ouYTi’]XJJournalcofcPhysicalcChemistrycLettersVJ2016VJeVJ[cdaWg 6.4 11

271 öltrafastJrynamicsJofJ“hotongeneratedJvolesJatJaJqv’vYTi’J–utileJwnterfaceXJJournalcofcthec
AmericancChemicalcSocietyVJ2016VJ[afVJ[aebZW[aebg 16.4 92

270 poronJdopingJofJgrapheneWpushingJtheJlimitXJNanoscaleVJ2016VJfVJ[cc][Wf 7.7 20

269
†oderateJvumidityJrelaysJslectronWvoleJ–ecombinationJinJvybridJ’rganicWwnorganicJ“erovskiteshJ
TimeWromainJobJwnitioJSimulationsJ–ationalizeJsxperimentsXJJournalcofcPhysicalcChemistrycLettersVJ
2016VJeVJa][cW]]

6.4 109

268 TimeWromainJobJwnitioJonalysisJofJsxcitationJrynamicsJinJaJ”uantumJrotY“olymerJvybridhJ
otomisticJrescriptionJ–ationalizesJsxperimentXJNanocLettersVJ2015VJ[cVJb]ebWf[ 11.5 29

267 oreJtluorinationJandJqhlorinationJofJ†orpholiniumWpasedJwonicJziquidsJtavorablemXJJournalcofc
PhysicalcChemistrycBVJ2015VJ[[gVJgg]ZWb 3.4 7

266 TimeWromainJobJwnitioJSimulationJofJsnergyJTransferJinJroubleW₂alledJqarbonJ‘anotubesXJJournalc
ofcPhysicalcChemistrycCVJ2015VJ[[gVJ[]ZffW[]Zgb 3.8 12

265 puckybombhJ–eactiveJ†olecularJrynamicsJSimulationXJJournalcofcPhysicalcChemistrycLettersVJ2015VJdVJg[aWe6.4 26

264 zargeWScaleJqomputationsJinJqhemistryhJoJpirdQsJsyeJüiewJofJaJüibrantJtieldXJChemicalcReviewsVJ
2015VJ[[cVJcegeWfgZ 68.1 152

263 StructureJandJenergeticsJofJgrapheneJoxideJisomershJabJinitioJthermodynamicJanalysisXJNanoscaleVJ
2015VJeVJ[eZccWd] 7.7 14

262 onalysisJofJtheJTrajectoryJSurfaceJvoppingJ†ethodJfromJtheJ†arkovJStateJ†odelJ“erspectiveXJ
JournalcofcthecPhysicalcSocietycofcJapanVJ2015VJfbVJZgbZZ] 1.5 16

261 SynergisticJominationJofJuraphenehJ†olecularJrynamicsJandJThermodynamicsXJJournalcofcPhysicalc
ChemistrycLettersVJ2015VJdVJbageWbZa 6.4 15

260 qhlorineJdopingJreducesJelectronWholeJrecombinationJinJleadJiodideJperovskiteshJtimeWdomainJabJ
initioJanalysisXJJournalcofcPhysicalcChemistrycLettersVJ2015VJdVJbbdaWg 6.4 96

259 ‘onradiativeJ–elaxationJofJqhargeJqarriersJinJua‘Wwn‘JolloyshJwnsightsJfromJ‘onadiabaticJ†olecularJ
rynamicsXJACScSymposiumcSeriesVJ2015VJ[fgW]ZZ 0.4 3
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258 recoherenceJollowsJ†odelJ–eductionJinJ‘onadiabaticJrynamicsJSimulationsXJJournalcofcPhysicalc
ChemistrycAVJ2015VJ[[gVJffbdWca 2.8 6

257 †ixedJquantumWclassicalJequilibriumJinJglobalJfluxJsurfaceJhoppingXJJournalcofcChemicalcPhysicsVJ
2015VJ[b]VJ]]b[Z] 3.9 23

256 ‘onadditivityJofJTemperatureJrependentJwnteractionsJinJwnorganicJwonicJqlustersXJJournalcofc
PhysicalcChemistrycCVJ2015VJ[[gVJfgebWfgeg 3.8 4

255 ropantsJqontrolJslectronWvoleJ–ecombinationJatJ“erovskiteWTi’â��JwnterfaceshJobJwnitioJTimeWromainJ
StudyXJACScNanoVJ2015VJgVJ[[[baWcc 16.7 103

254 ‘itrogenW‘itrogenJpondsJöndermineJStabilityJofJ‘WropedJurapheneXJJournalcofcthecAmericanc
ChemicalcSocietyVJ2015VJ[aeVJ[[dffWgb 16.4 38

253 zigandsJSlowJrownJ“ureWrephasingJinJSemiconductorJ”uantumJrotsXJACScNanoVJ2015VJgVJg[ZdW[d 16.7 44

252 ₂hatJ†akesJtheJ“hotocatalyticJq’]J–eductionJonJ‘WropedJTa]’cJsfficienthJwnsightsJfromJ
‘onadiabaticJ†olecularJrynamicsXJJournalcofcthecAmericancChemicalcSocietyVJ2015VJ[aeVJ[[c[eW]c 16.4 89

251 öltrafastJslectronJandJvoleJ–elaxationJ“athwaysJinJtewWzayerJ†oS]XJJournalcofcPhysicalcChemistrycC
VJ2015VJ[[gVJ]ZdgfW]ZeZf 3.8 36

250 ’bservationJofJanJsxcitonicJ”uantumJqoherenceJinJqdSeJ‘anocrystalsXJNanocLettersVJ2015VJ[cVJdfecWf] 11.5 24

249 tewestJSwitchesJSurfaceJvoppingJinJziouvilleJSpaceXJJournalcofcPhysicalcChemistrycLettersVJ2015VJdVJaf]eWaa6.4 51

248 TheoreticalJwnsightsJintoJtheJwmpactJofJ–uJqatalystJonchorsJonJtheJsfficiencyJofJ“hotocatalyticJq’]J
–eductionJonJTa]’cXJJournalcofcPhysicalcChemistrycBVJ2015VJ[[gVJe[fdWge 3.4 17

247 üaporWphaseJmolarJyerrJconstantJvaluesJfromJsolutionJmeasurementsXJJournalcofcMolecularc
StructureVJ2015VJ[ZegVJ]cfW]dc 3.4

246 qommunicationhJulobalJfluxJsurfaceJhoppingJinJziouvilleJspaceXJJournalcofcChemicalcPhysicsVJ2015VJ
[baVJ[g[[Z] 3.9 21

245 †ixedJquantumWclassicalJdynamicsJforJchargeJtransportJinJorganicsXJPhysicalcChemistrycChemicalc
PhysicsVJ2015VJ[eVJ[]agcWbZd 3.6 69

244 SizeJandJTemperatureJrependenceJofJslectronJTransferJbetweenJqdSeJ”uantumJrotsJandJaJTi’]J
‘anobeltXJJournalcofcPhysicalcChemistrycCVJ2015VJ[[gVJcdagWcdbe 3.8 16

243 TheoryJofJsolarJenergyJmaterialsXJJournalcofcPhysicscCondensedcMatterVJ2015VJ]eVJ[aZaZ[ 1.8 3

242
qalculatedJphotoWisomerizationJefficienciesJofJfunctionalizedJazobenzeneJderivativesJinJsolarJ
energyJmaterialshJazoWfunctionalJorganicJlinkersJforJporousJcoordinatedJpolymersXJJournalcofcPhysicsc
CondensedcMatterVJ2015VJ]eVJ[ab]Zf

1.8 11

241 öpwardJShiftJinJqonductionJpandJofJTa]’cJrueJtoJSurfaceJripolesJwnducedJbyJ‘WropingXJJournalcofc
PhysicalcChemistrycCVJ2015VJ[[gVJ]dg]cW]dgad 3.8 25

(2015-2015)

13



240 önderstandingJvematiteJropingJwithJuroupJwüJslementshJoJrtTUöJStudyXJJournalcofcPhysicalc
ChemistrycCVJ2015VJ[[gVJ]daZaW]da[Z 3.8 52

239 obJwnitioJonalysisJofJougerWossistedJslectronJTransferXJJournalcofcPhysicalcChemistrycLettersVJ2015VJdVJ]bbWg6.4 33

238 ougerWmediatedJelectronJrelaxationJisJrobustJtoJdeepJholeJtrapshJtimeWdomainJabJinitioJstudyJofJ
qdSeJquantumJdotsXJNanocLettersVJ2015VJ[cVJ]ZfdWg[ 11.5 50

237 onalysisJofJselfWconsistentJextendedJvˆ…ckelJtheoryJRSqWsvTShJaJnewJlookJatJtheJoldJmethodXJJournalc
ofcMathematicalcChemistryVJ2015VJcaVJc]fWccZ 2.1 9

236 TimeWdomainJabJinitioJmodelingJofJphotoinducedJdynamicsJatJnanoscaleJinterfacesXJAnnualcReviewc
ofcPhysicalcChemistryVJ2015VJddVJcbgWeg 15.7 103

235 ’vercomingJtheJ†ythsJofJtheJ–eviewJ“rocessJandJuettingJYourJ“aperJ–eadyJforJ“ublicationXJ
JournalcofcPhysicalcChemistrycLettersVJ2014VJcVJfgdWg 6.4 6

234 qomputationallyJsfficientJ“redictionJofJwonicJziquidJ“ropertiesXJJournalcofcPhysicalcChemistrycLetters
VJ2014VJcVJ[geaWe 6.4 14

233
odvancedJqapabilitiesJofJtheJ“Y−owrJ“rogramhJwntegrationJSchemesVJrecoherenceJsffectsVJ
†ultiexcitonicJStatesVJandJtieldW†atterJwnteractionXJJournalcofcChemicalcTheorycandcComputationVJ
2014VJ[ZVJefgWfZb

6.4 332

232 ₂aterJ“haseJriagramJwsJSignificantlyJolteredJbyJwmidazoliumJwonicJziquidXJJournalcofcPhysicalc
ChemistrycLettersVJ2014VJcVJ[d]aWe 6.4 11

231 ougerWassistedJelectronJtransferJfromJphotoexcitedJsemiconductorJquantumJdotsXJNanocLettersVJ
2014VJ[bVJ[]daWg 11.5 160

230 onalysisJofJdepolarizationJratiosJofJql‘’R]SJdissolvedJinJmethanolXJJournalcofcChemicalcPhysicsVJ
2014VJ[bZVJZ[baZ[ 3.9 1

229 ‘onadiabaticJdynamicsJofJchargeJtransferJandJsingletJfissionJatJtheJpentaceneYqdZJinterfaceXJ
JournalcofcthecAmericancChemicalcSocietyVJ2014VJ[adVJ[cggWdZf 16.4 115

228 “hotoinducedJrynamicsJinJqarbonJ‘anotubeJoggregatesJSteeredJbyJrarkJsxcitonsXJJournalcofc
PhysicalcChemistrycLettersVJ2014VJcVJafe]We 6.4 12

227 qontrolJofJqarbonJ‘anotubeJslectronicJ“ropertiesJbyJzithiumJqationJwntercalationXJJournalcofc
PhysicalcChemistrycLettersVJ2014VJcVJb[]gWaa 6.4 17

226 †aximizingJSingletJtissionJbyJwntermolecularJ“ackingXJJournalcofcPhysicalcChemistrycLettersVJ2014VJcVJaabcWca6.4 113

225 –esolvingJmultiWexcitonJgenerationJbyJattosecondJspectroscopyXJOpticscExpressVJ2014VJ]]VJ]d]fcWga 3.3 3

224 rimensionalityJofJnanoscaleJTi’]JdeterminesJtheJmechanismJofJphotoinducedJelectronJinjectionJ
fromJaJqdSeJnanoparticleXJNanocLettersVJ2014VJ[bVJ[egZWd 11.5 34

223 ‘onW–adiativeJslectronâ��voleJ–ecombinationJinJSiliconJqlustershJobJwnitioJ‘onWodiabaticJ†olecularJ
rynamicsXJJournalcofcPhysicalcChemistrycCVJ2014VJ[[fVJ]ZeZ]W]ZeZg 3.8 36

OlegtPrezhdo
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222 ulobalJtluxJSurfaceJvoppingJopproachJforJ†ixedJ”uantumWqlassicalJrynamicsXJJournalcofcChemicalc
TheorycandcComputationVJ2014VJ[ZVJacgfWdZc 6.4 100

221 oJSimpleJSolutionJtoJtheJTrivialJqrossingJ“roblemJinJSurfaceJvoppingXJJournalcofcPhysicalcChemistryc
LettersVJ2014VJcVJe[aWg 6.4 129

220 öltrafastJcarrierJthermalizationJandJcoolingJdynamicsJinJfewWlayerJ†oS]XJACScNanoVJ2014VJfVJ[Zga[WbZ 16.7 192

219 tastJsnergyJ–elaxationJbyJTrapJStatesJrecreasesJslectronJ†obilityJinJTi’]J‘anotubeshJ
TimeWromainJobJwnitioJonalysisXJJournalcofcPhysicalcChemistrycLettersVJ2014VJcVJ[db]We 6.4 24

218 ‘anoscaleJcarbonJgreatlyJenhancesJmobilityJofJaJhighlyJviscousJionicJliquidXJACScNanoVJ2014VJfVJf[gZWe 16.7 57

217 sxplodingJ‘itromethaneJinJSilicoVJinJ–ealJTimeXJJournalcofcPhysicalcChemistrycLettersVJ2014VJcVJab[cW]Z 6.4 16

216 ₂hyJridJYouJocceptJ†yJ“apermXJJournalcofcPhysicalcChemistrycLettersVJ2014VJcVJ]bba 6.4 2

215 osymmetryJinJtheJelectronJandJholeJtransferJatJaJpolymerWcarbonJnanotubeJheterojunctionXJNanoc
LettersVJ2014VJ[bVJaaacWb[ 11.5 59

214 wnstantaneousJgenerationJofJchargeWseparatedJstateJonJTi’â��JsurfaceJsensitizedJwithJplasmonicJ
nanoparticlesXJJournalcofcthecAmericancChemicalcSocietyVJ2014VJ[adVJbabaWcb 16.4 180

213 †inimizingJslectronWvoleJ–ecombinationJonJTi’]JSensitizedJwithJ“bSeJ”uantumJrotshJ
TimeWromainJobJwnitioJonalysisXJJournalcofcPhysicalcChemistrycLettersVJ2014VJcVJ]gb[Wd 6.4 55

212 occurateJandJsfficientJ”uantumJqhemistryJbyJzocalityJofJqhemicalJwnteractionsXJJournalcofcPhysicalc
ChemistrycLettersVJ2014VJcVJba[eWf 6.4 2

211 qoherenceJpenaltyJfunctionalhJaJsimpleJmethodJforJaddingJdecoherenceJinJshrenfestJdynamicsXJ
JournalcofcChemicalcPhysicsVJ2014VJ[bZVJ[gb[Ze 3.9 70

210 SecondWquantizedJsurfaceJhoppingXJPhysicalcReviewcLettersVJ2014VJ[[aVJ[caZZa 7.4 30

209 “olarizationJversusJtemperatureJinJpyridiniumJionicJliquidsXJJournalcofcPhysicalcChemistrycBVJ2014VJ
[[fVJ[agbZWc 3.4 12

208 TimeWdomainJabJinitioJmodelingJofJexcitationJdynamicsJinJquantumJdotsXJCoordinationcChemistryc
ReviewsVJ2014VJ]daW]dbVJ[d[W[f[ 23.2 39

207 ‘onadiabaticJsnsembleJSimulationsJofJcisWStilbeneJandJcisWozobenzeneJ“hotoisomerizationXJ
JournalcofcChemicalcTheorycandcComputationVJ2014VJ[ZVJ[bW]a 6.4 49

206 recoherenceJreducesJthermalJenergyJlossJinJgrapheneJquantumJdotsXJAppliedcPhysicscLettersVJ2013VJ
[ZaVJZea[[[ 3.4 10

205 TheJ“Y−owrJ“rogramJforJ‘onWodiabaticJ†olecularJrynamicsJinJqondensedJ†atterJSystemsXJJournalc
ofcChemicalcTheorycandcComputationVJ2013VJgVJbgcgWe] 6.4 413

(2013-2014)

15



204 oJsimpleJmodelJforJpredictionJofJdipoleJmomentsJofJisolatedJmoleculesXJJournalcofcMolecularc
StructureVJ2013VJ[ZcaVJ[b[W[bg 3.4 2

203 “ersistentJslectronicJqoherenceJrespiteJ–apidJzossJofJslectronâ��‘uclearJqorrelationXJJournalcofc
PhysicalcChemistrycLettersVJ2013VJbVJafceWafdb 6.4 128

202 refectsJareJneededJforJfastJphotoWinducedJelectronJtransferJfromJaJnanocrystalJtoJaJmoleculehJ
timeWdomainJabJinitioJanalysisXJJournalcofcthecAmericancChemicalcSocietyVJ2013VJ[acVJ[ffg]WgZZ 16.4 58

201 SignaturesJofJdiscreteJbreathersJinJcoherentJstateJquantumJdynamicsXJJournalcofcChemicalcPhysicsVJ
2013VJ[afVJZcb[Zb 3.9

200 ’nJviscosityJofJselectedJnormalJandJassociatedJliquidsXJJournalcofcMolecularcLiquidsVJ2013VJ[f]VJa]Waf 6 2

199 obJwnitioJStudyJofJtheJüibrationalJSignaturesJforJtheJqovalentJtunctionalizationJofJurapheneXJ
JournalcofcPhysicalcChemistrycCVJ2013VJ[aZg[e[cc]Z]ZZe 3.8 4

198 qovalentJzinkingJureatlyJsnhancesJ“hotoinducedJslectronJTransferJinJtullereneW”uantumJrotJ
‘anocompositeshJTimeWromainJobJwnitioJStudyXJJournalcofcPhysicalcChemistrycLettersVJ2013VJbVJ[Wd 6.4 84

197 sxtremelyJlongJnonradiativeJrelaxationJofJphotoexcitedJgraphaneJisJgreatlyJacceleratedJbyJ
oxidationhJtimeWdomainJabJinitioJstudyXJJournalcofcthecAmericancChemicalcSocietyVJ2013VJ[acVJaeZ]W[Z 16.4 40

196 wonicJandJ†olecularJziquidshJ₂orkingJTogetherJforJ–obustJsngineeringXJJournalcofcPhysicalc
ChemistrycLettersVJ2013VJbVJ[b]aWa[ 6.4 89

195 TheoreticalJinsightsJintoJphotoinducedJchargeJtransferJandJcatalysisJatJoxideJinterfacesXJChemicalc
ReviewsVJ2013VJ[[aVJbbgdWcdc 68.1 392

194 sxcitonJmultiplicationJfromJfirstJprinciplesXJAccountscofcChemicalcResearchVJ2013VJbdVJ[]fZWg 24.3 28

193 ”uantumJZenoJeffectJrationalizesJtheJphononJbottleneckJinJsemiconductorJquantumJdotsXJPhysicalc
ReviewcLettersVJ2013VJ[[ZVJ[fZbZb 7.4 181

192 rensityJofJnormalJandJassociatedJliquidsXJFluidcPhasecEquilibriaVJ2013VJab]VJ]aWaZ 2.5 1

191
‘onadiabaticJdynamicsJofJpositiveJchargeJduringJphotocatalyticJwaterJsplittingJonJua‘R[ZW[ZSJ
surfacehJchargeJlocalizationJgovernsJsplittingJefficiencyXJJournalcofcthecAmericancChemicalcSocietyVJ
2013VJ[acVJfdf]Wg[

16.4 90

190 “hononWinducedJpureWdephasingJofJluminescenceVJmultipleJexcitonJgenerationVJandJfissionJinJsiliconJ
clustersXJJournalcofcChemicalcPhysicsVJ2013VJ[agVJ[dbaZa 3.9 17

189 SelectiveJsxcitationJofJotomicWScaleJrynamicsJbyJqoherentJsxcitonJ†otionJinJtheJ
‘onWpornW’ppenheimerJ–egimeXJJournalcofcPhysicalcChemistrycLettersVJ2013VJbVJb]dZWd 6.4 5

188 ”uantizedJvamiltonianJdynamicsJcapturesJtheJlowWtemperatureJregimeJofJchargeJtransportJinJ
molecularJcrystalsXJJournalcofcChemicalcPhysicsVJ2013VJ[agVJ[eb[Zg 3.9 21

187 wnstabilityJofJtripositroniumXJPhysicalcReviewcAVJ2013VJfeVJ 2.6 12

OlegtPrezhdo
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186 sxcitedJstatesJofJpositronicJlithiumJandJberylliumXJPhysicalcReviewcLettersVJ2013VJ[[[VJ[gabZ[ 7.4 10

185
“hotoexcitedJelectronJandJholeJdynamicsJinJsemiconductorJquantumJdotshJphononWinducedJ
relaxationVJdephasingVJmultipleJexcitonJgenerationJandJrecombinationXJJournalcofcPhysicscCondensedc
MatterVJ2012VJ]bVJada]Z[

1.8 23

184
obJinitioJtimeWdomainJstudyJofJtheJtripletJstateJinJaJsemiconductingJcarbonJnanotubehJintersystemJ
crossingVJphosphorescenceJtimeVJandJlineJwidthXJJournalcofcthecAmericancChemicalcSocietyVJ2012VJ
[abVJ[cdbfWc[

16.4 53

183 ocetonitrileJboostsJconductivityJofJimidazoliumJionicJliquidsXJJournalcofcPhysicalcChemistrycBVJ2012VJ
[[dVJee[gW]e 3.4 123

182 slectrostaticJüiewJatJtheJwnterfaceXJJournalcofcPhysicalcChemistrycLettersVJ2012VJaVJ]afdWe 6.4

181 tormulationJofJquantizedJvamiltonianJdynamicsJinJtermsJofJnaturalJvariablesXJJournalcofcChemicalc
PhysicsVJ2012VJ[aeVJ]]b[[c 3.9 10

180
rtTJSimulationJandJüibrationalJonalysisJofJtheJw–JandJ–amanJSpectraJofJaJqdSeJ”uantumJrotJ
qappedJbyJ†ethylamineJandJTrimethylphosphineJ’xideJzigandsXJJournalcofcPhysicalcChemistrycCVJ
2012VJ[[dVJ[bdebW[bdf[

3.8 44

179 TimeWromainJobJwnitioJStudyJofJ“hononWwnducedJ–elaxationJofJ“lasmonJsxcitationsJinJaJSilverJ
”uantumJrotXJJournalcofcPhysicalcChemistrycCVJ2012VJ[[dVJ[cZabW[cZbZ 3.8 39

178 qolloidalJsemiconductorJquantumJdotsJwithJtunableJsurfaceJcompositionXJNanocLettersVJ2012VJ[]VJbbdcWe[11.5 165

177 wnfraredJSpectralJSignaturesJofJ†ultilayeredJSurfaceWtluorinatedJuraphenehJoJ†olecularJrynamicsJ
StudyXJJournalcofcPhysicalcChemistrycCVJ2012VJ[[dVJfabaWfabe 3.8 6

176 wnfraredJSpectralJSignaturesJofJSurfaceWtluorinatedJuraphenehJoJ†olecularJrynamicsJStudyXJJournalc
ofcPhysicalcChemistrycLettersVJ2012VJaVJ]bdW]cZ 6.4 13

175 “hotoWinducedJchargeJseparationJacrossJtheJgrapheneWTi’]JinterfaceJisJfasterJthanJenergyJlosseshJaJ
timeWdomainJabJinitioJanalysisXJJournalcofcthecAmericancChemicalcSocietyVJ2012VJ[abVJ[b]afWbf 16.4 206

174 wonicJüaporhJ₂hatJroesJwtJqonsistJ’fmXJJournalcofcPhysicalcChemistrycLettersVJ2012VJaVJ[dceWd] 6.4 30

173 TheJroleJofJsurfaceJdefectsJinJmultiWexcitonJgenerationJofJleadJselenideJandJsiliconJsemiconductorJ
quantumJdotsXJJournalcofcChemicalcPhysicsVJ2012VJ[adVJZdbeZ[ 3.9 21

172 qonfinementJbyJcarbonJnanotubesJdrasticallyJaltersJtheJboilingJandJcriticalJbehaviorJofJwaterJ
dropletsXJACScNanoVJ2012VJdVJ]eddWea 16.7 50

171 oJnewJmodelJofJchemicalJbondingJinJionicJmeltsXJJournalcofcChemicalcPhysicsVJ2012VJ[adVJ[db[[] 3.9 7

170 SurfaceJligandsJincreaseJphotoexcitationJrelaxationJratesJinJqdSeJquantumJdotsXJACScNanoVJ2012VJdVJdc[cW]b16.7 113

169 †ultipleJexcitonJgenerationJandJrecombinationJdynamicsJinJsmallJSiJandJqdSeJquantumJdotshJanJabJ
initioJtimeWdomainJstudyXJACScNanoVJ2012VJdVJ[]agWcZ 16.7 83

(2012-2013)
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168 recoherenceWinducedJsurfaceJhoppingXJJournalcofcChemicalcPhysicsVJ2012VJ[aeVJ]]ocbc 3.9 370

167 vermanâ��ylukJallowsJanalysisJofJquantumJdiscreteJbreathersJinJhigherJdimensionalJsystemsXJ
MolecularcPhysicsVJ2012VJ[[ZVJfaeWfbb 1.7 3

166 ’vercomingJexcitonicJbottleneckJinJorganicJsolarJcellshJelectronicJstructureJandJspectraJofJnovelJ
semiconductingJdonorWacceptorJblockJcopolymersXJPhysicalcChemistrycChemicalcPhysicsVJ2011VJ[aVJedaZWd3.6 14

165 †icroscopicJstructureJandJdynamicsJofJziptbJsolutionsJinJcyclicJandJlinearJcarbonatesXJJournalcofc
PhysicalcChemistrycBVJ2011VJ[[cVJ[bcdaWe[ 3.4 47

164 vowJToxicJoreJwonicJziquidYocetonitrileJ†ixturesmXJJournalcofcPhysicalcChemistrycLettersVJ2011VJ]VJ]bggW]cZa6.4 42

163 oJnewJforceJfieldJmodelJofJ[WbutylWaWmethylimidazoliumJtetrafluoroborateJionicJliquidJandJ
acetonitrileJmixturesXJPhysicalcChemistrycChemicalcPhysicsVJ2011VJ[aVJ[gabcWcb 3.6 47

162 obJinitioJnonadiabaticJmolecularJdynamicsJofJtheJultrafastJelectronJinjectionJfromJaJ“bSeJquantumJ
dotJintoJtheJTi’]JsurfaceXJJournalcofcthecAmericancChemicalcSocietyVJ2011VJ[aaVJ[g]bZWg 16.4 114

161 ₂aterJboilingJinsideJcarbonJnanotubeshJtowardJefficientJdrugJreleaseXJACScNanoVJ2011VJcVJcdbeWcc 16.7 97

160 TimeWdomainJabJinitioJstudyJofJougerJandJphononWassistedJaugerJprocessesJinJaJsemiconductorJ
quantumJdotXJNanocLettersVJ2011VJ[[VJ[fbcWcZ 11.5 85

159 sxcitedJstatesJandJopticalJabsorptionJofJsmallJsemiconductingJclustershJropantsVJdefectsJandJ
chargingXJChemicalcScienceVJ2011VJ]VJbZZ 9.4 36

158 TheoreticalJStudyJofJslectronâ��“hononJ–elaxationJinJ“bSeJandJqdSeJ”uantumJrotshJsvidenceJforJ
“hononJ†emoryXJJournalcofcPhysicalcChemistrycCVJ2011VJ[[cVJ][db[W][dc[ 3.8 58

157 ropantJsffectsJonJSingleJandJ†ultipleJsxcitonsJinJSmallJSiJqlustershJvighWzevelJobJwnitioJ
qalculationsXJJournalcofcPhysicalcChemistrycCVJ2011VJ[[cVJ[ZZZdW[ZZ[[ 3.8 18

156 oJ†odernJ”uantumJqhemistryJSamplerhJtromJolgorithmsJforJtheJSchrodingerJsquationVJtoJ†ediumJ
sffectsVJtoJzargeWScaleJwnJSilicoJ†oleculeJresignXJJournalcofcPhysicalcChemistrycLettersVJ2011VJ]VJ]]eaW]]eb6.4

155 üibrationalJenergyJtransferJbetweenJcarbonJnanotubesJandJnonaqueousJsolventshJaJmolecularJ
dynamicsJstudyXJJournalcofcPhysicalcChemistrycBVJ2011VJ[[cVJc]dZWe 3.4 4

154 ShapeJandJTemperatureJrependenceJofJvotJqarrierJ–elaxationJrynamicsJinJSphericalJandJ
slongatedJqdSeJ”uantumJrotsXJJournalcofcPhysicalcChemistrycCVJ2011VJ[[cVJ[[bZZW[[bZd 3.8 28

153 †olecularJpolarizabilityJanisotropyJofJsomeJfiveWmemberedJcyclicJimidesXJJournalcofcMolecularc
StructureVJ2011VJggeVJ]ZW]g 3.4 2

152 ”uantizedJvamiltonJdynamicsJdescribesJquantumJdiscreteJbreathersJinJaJsimpleJwayXJPhysicalc
ReviewcEVJ2011VJfbVJZ]dd[d 2.4 6

151 –egardingJtheJvalidityJofJtheJtimeWdependentJyohnWShamJapproachJforJelectronWnuclearJdynamicsJ
viaJtrajectoryJsurfaceJhoppingXJJournalcofcChemicalcPhysicsVJ2011VJ[abVJZ]b[Z] 3.9 149

OlegtPrezhdo
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150 TheJspinWpolarizedJextendedJpruecknerJorbitalsXJJournalcofcChemicalcPhysicsVJ2011VJ[acVJZgb[Ze 3.9 7

149 veatWdrivenJreleaseJofJaJdrugJmoleculeJfromJcarbonJnanotubeshJaJmolecularJdynamicsJstudyXJ
JournalcofcPhysicalcChemistrycBVJ2010VJ[[bVJ[abf[Wd 3.4 65

148 üibrationalJenergyJtransferJbetweenJcarbonJnanotubesJandJliquidJwaterhJaJmolecularJdynamicsJ
studyXJJournalcofcPhysicalcChemistrycBVJ2010VJ[[bVJbdZgW[b 3.4 11

147 –egulationJofJcatchJbindingJbyJallostericJtransitionsXJJournalcofcPhysicalcChemistrycBVJ2010VJ[[bVJ[[fddWeb3.4 7

146 †ultipleJsxcitonJuenerationJinJSmallJSiJqlustershJoJvighWzevelVJobJwnitioJStudyXJJournalcofcPhysicalc
ChemistrycLettersVJ2010VJ[VJ]a]W]ae 6.4 37

145 ristinctJwnfraredJSpectralJSignaturesJofJtheJ[V]WJandJ[VbWtluorinatedJSingleW₂alledJqarbonJ
‘anotubeshJoJ†olecularJrynamicsJStudyXJJournalcofcPhysicalcChemistrycLettersVJ2010VJ[VJ[aZeW[a[[ 6.4 10

144 obJinitioJstudyJofJphononWinducedJdephasingJofJplasmonJexcitationsJinJsilverJquantumJdotsXJ
PhysicalcReviewcBVJ2010VJf[VJ 3.3 26

143 TheJwnfluenceJofJtheJ–igidityJofJaJqarbonJ‘anotubeJonJtheJStructureJandJrynamicsJofJqonfinedJ
†ethanolXJJournalcofcthecPhysicalcSocietycofcJapanVJ2010VJegVJZdbdZf 1.5 3

142 SemiclassicalJpohmianJrynamicsXJReviewscincComputationalcChemistryVJ2010VJ]feWadf 9

141 retectionJofJnucleicJacidsJwithJgrapheneJnanoporeshJabJinitioJcharacterizationJofJaJnovelJ
sequencingJdeviceXJNanocLettersVJ2010VJ[ZVJa]aeWb] 11.5 222

140 ollostericJroleJofJtheJlargeWscaleJdomainJopeningJinJbiologicalJcatchWbindingXJPhysicalcReviewcEVJ2009
VJegVJZc[g[a 2.4 19

139 onalyticJdynamicsJofJtheJ†orseJoscillatorJderivedJbyJsemiclassicalJclosuresXJJournalcofcChemicalc
PhysicsVJ2009VJ[aZVJ]bb[[[ 3.9 10

138 TemperatureJdependenceJofJhotJcarrierJrelaxationJinJ“bSeJnanocrystalshJanJabJinitioJstudyJ2009VJ 1

137 reformationJ†odelJforJThioredoxinJqatalysisJofJrisulfideJpondJrissociationJbyJtorceXJCellularcandc
MolecularcBioengineeringVJ2009VJ]VJ]ccW]da 3.9 4

136 †olecularJstructureJandJelectricalJpropertiesJofJsomeJphosphonatesVJphosphineWoxidesJandJ
phosphatesXJJournalcofcMolecularcStructureVJ2009VJg[gVJ[bdW[ca 3.4 5

135 “hotoinducedJelectronJdynamicsJatJtheJchromophoreâ��semiconductorJinterfacehJoJtimeWdomainJabJ
initioJperspectiveXJProgresscincSurfacecScienceVJ2009VJfbVJaZWdf 6.6 155

134 ScanningJtunnelingJmicroscopyJofJr‘oWwrappedJcarbonJnanotubesXJNanocLettersVJ2009VJgVJ[]We 11.5 121

133 otomisticJsimulationJcombinedJwithJanalyticJtheoryJtoJstudyJtheJresponseJofJtheJ“WselectinY“SuzW[J
complexJtoJanJexternalJforceXJJournalcofcPhysicalcChemistrycBVJ2009VJ[[aVJ]ZgZW[ZZ 3.4 17

(2009-2011)

19



132 “hononWinducedJdephasingJofJexcitonsJinJsemiconductorJquantumJdotshJmultipleJexcitonJ
generationVJfissionVJandJluminescenceXJACScNanoVJ2009VJaVJ]bfeWgb 16.7 101

131 obJinitioJnonadiabaticJmolecularJdynamicsJofJwetWelectronsJonJtheJTi’R]SJsurfaceXJJournalcofcthec
AmericancChemicalcSocietyVJ2009VJ[a[VJ[cbfaWg[ 16.4 88

130 TemperatureJdependenceJofJhotWcarrierJrelaxationJinJ“bSeJnanocrystalshJonJabJinitioJstudyXJPhysicalc
ReviewcBVJ2009VJegVJ 3.3 34

129 preakingJtheJphononJbottleneckJinJ“bSeJandJqdSeJquantumJdotshJtimeWdomainJdensityJfunctionalJ
theoryJofJchargeJcarrierJrelaxationXJACScNanoVJ2009VJaVJgaWg 16.7 206

128 qhargingJ”uenchesJ†ultipleJsxcitonJuenerationJinJSemiconductorJ‘anocrystalshJtirstW“rinciplesJ
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