
Aron Walsh

ListjofjPublicationsjbyjCitations

Source:jhttps://exalyycom/authorxpdf/220236/aronxwalshxpublicationsxbyxcitationsypdf

Version:j2024x04x17j

ThisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexalyycomyjForj

thejlatestjversionjofjthisjpublicationjlistwjvisitjthejlinkjgivenjabovey

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalwjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticley

401
papers

42,272
citations

99
h-index

198
g-index

483
ext. papers

48,909
ext. citations

9.4
avg, IF

8.04
L-index



m Paper IF Citations

401  anocrystalsIofIqesiumIzeadIvalideIPerovskitesIRqsPbXâ��VIXIkIqlVIprVIandIwShI ovelIOptoelectronicI
–aterialsIShowingIprightIsmissionIwithIffideIqolorIuamutXINanodLettersVI2015VI[cVIadg]Wd 11.5 4888

400 otomisticIoriginsIofIhighWperformanceIinIhybridIhalideIperovskiteIsolarIcellsXINanodLettersVI2014VI[bVI]cfbWgZ11.5 1756

399 pandIalignmentIofIrutileIandIanataseI₂iOâ��XINaturedMaterialsVI2013VI[]VIegfWfZ[ 27 1656

398 wonicItransportIinIhybridIleadIiodideIperovskiteIsolarIcellsXINaturedCommunicationsVI2015VIdVIebge 17.4 1649

397 –achineIlearningIforImolecularIandImaterialsIscienceXINatureVI2018VIccgVIcbeWccc 50.4 1282

396 qlassificationIofIlatticeIdefectsIinItheIkesteriteIqu]βnSnSbIandIqu]βnSnSebIearthWabundantIsolarI
cellIabsorbersXIAdvanceddMaterialsVI2013VI]cVI[c]]Wag 24 979

395 pandIsdgeIslectronicIStructureIofIpi−ObhIslucidatingItheI×oleIofItheIpiIsIandI−IdIOrbitalsXI
ChemistrydofdMaterialsVI2009VI][VIcbeWcc[ 9.6 542

394 sngineeringItheIopticalIresponseIofItheItitaniumW–wzW[]cImetalWorganicIframeworkIthroughIligandI
functionalizationXIJournaldofdthedAmericandChemicaldSocietyVI2013VI[acVI[Zgb]Wc 16.4 535

393 wntrinsicIpointIdefectsIandIcomplexesIinItheIquaternaryIkesteriteIsemiconductorIqu]βnSnSbXI
PhysicaldReviewdBVI2010VIf[VI 3.3 532

392 qrystalIandIelectronicIbandIstructureIofIqu]βnSnXbIRXkSIandISeSIphotovoltaicIabsorbershI
tirstWprinciplesIinsightsXIApplieddPhysicsdLettersVI2009VIgbVIZb[gZa 3.4 526

391 ×elativisticIquasiparticleIselfWconsistentIelectronicIstructureIofIhybridIhalideIperovskiteI
photovoltaicIabsorbersXIPhysicaldReviewdBVI2014VIfgVI 3.3 514

390  atureIofItheIbandIgapIofIwn]OaIrevealedIbyIfirstWprinciplesIcalculationsIandIxWrayIspectroscopyXI
PhysicaldReviewdLettersVI2008VI[ZZVI[debZ] 7.4 498

389 yesteriteI₂hinWtilmISolarIqellshIodvancesIinI–aterialsI–odellingIofIqu]βnSnSbXIAdvanceddEnergyd
MaterialsVI2012VI]VIbZZWbZg 21.8 488

388 StructuralIandIelectronicIpropertiesIofIhybridIperovskitesIforIhighWefficiencyIthinWfilmI
photovoltaicsIfromIfirstWprinciplesXIAPLdMaterialsVI2013VI[VIZb][[[ 5.7 462

387 StereochemistryIofIpostWtransitionImetalIoxideshIrevisionIofItheIclassicalIloneIpairImodelXIChemicald
SocietydReviewsVI2011VIbZVIbbccWda 58.5 456

386 ₂heIdynamicsIofImethylammoniumIionsIinIhybridIorganicWinorganicIperovskiteIsolarIcellsXINatured
CommunicationsVI2015VIdVIe[]b 17.4 446

385 –olecularIferroelectricIcontributionsItoIanomalousIhysteresisIinIhybridIperovskiteIsolarIcellsXIAPLd
MaterialsVI2014VI]VIZf[cZd 5.7 443

Aron Walsh

2



384 refectIphysicsIofItheIkesteriteIthinWfilmIsolarIcellIabsorberIqu]βnSnSbXIApplieddPhysicsdLettersVI
2010VIgdVIZ][gZ] 3.4 405

383 SelfWregulationImechanismIforIchargedIpointIdefectsIinIhybridIhalideIperovskitesXIAngewandted
ChemiedsdInternationaldEditionVI2015VIcbVI[eg[Wb 16.4 394

382 qonsensusIstatementIforIstabilityIassessmentIandIreportingIforIperovskiteIphotovoltaicsIbasedIonI
wSOSIproceduresXINaturedEnergyVI2020VIcVIacWbg 62.3 369

381 zatticeIdynamicsIandIvibrationalIspectraIofItheIorthorhombicVItetragonalVIandIcubicIphasesIofI
methylammoniumIleadIiodideXIPhysicaldReviewdBVI2015VIg]VI 3.3 360

380 slectronicIstructureIandIstabilityIofIquaternaryIchalcogenideIsemiconductorsIderivedIfromIcationI
crossWsubstitutionIofIwwW−wIandIwWwwwW−w]IcompoundsXIPhysicaldReviewdBVI2009VIegVI 3.3 359

379 qompositionalIdependenceIofIstructuralIandIelectronicIpropertiesIofIqu]βnSnRSVSeSbIalloysIforIthinI
filmIsolarIcellsXIPhysicaldReviewdBVI2011VIfaVI 3.3 350

378 qubicIPerovskiteIStructureIofIplackItormamidiniumIzeadIwodideVI˛–WδvqR v]S]κPbwaVIatI]gfIyXI
JournaldofdPhysicaldChemistrydLettersVI2015VIdVIa]ZgWa][] 6.4 343

377 SynthesisVIqharacterizationVIandIslectronicIStructureIofISingleWqrystalISnSVISn]SaVIandISnS]XI
ChemistrydofdMaterialsVI2013VI]cVIbgZfWbg[d 9.6 321

376 ffhatIwsI–ovingIinIvybridIvalideIPerovskiteISolarIqellsmXIAccountsdofdChemicaldResearchVI2016VIbgVIc]fWac24.3 319

375 qanIPbWtreeIvalideIroubleIPerovskitesISupportIvighWsfficiencyISolarIqellsmXIACSdEnergydLettersVI
2016VI[VIgbgWgcc 20.1 301

374 sxperimentalIandItheoreticalIopticalIpropertiesIofImethylammoniumIleadIhalideIperovskitesXI
NanoscaleVI2016VIfVIda[eW]e 7.7 287

373 qationWdependentIintrinsicIelectricalIconductivityIinIisostructuralItetrathiafulvaleneWbasedI
microporousImetalWorganicIframeworksXIJournaldofdthedAmericandChemicaldSocietyVI2015VI[aeVI[eebWe 16.4 282

372 ×ealW₂imeIObservationIofIOrganicIqationI×eorientationIinI–ethylammoniumIzeadIwodideI
PerovskitesXIJournaldofdPhysicaldChemistrydLettersVI2015VIdVIaddaWg 6.4 281

371 terroelectricImaterialsIforIsolarIenergyIconversionhIphotoferroicsIrevisitedXIEnergydandd
EnvironmentaldScienceVI2015VIfVIfafWfbf 35.4 260

370 rynamicIdisorderVIphononIlifetimesVIandItheIassignmentIofImodesItoItheIvibrationalIspectraIofI
methylammoniumIleadIhalideIperovskitesXIPhysicaldChemistrydChemicaldPhysicsVI2016VI[fVI]eZc[W]eZdd 3.6 243

369 ₂heoreticalIdescriptionIofIcarrierImediatedImagnetismIinIcobaltIdopedIβnOXIPhysicaldReviewdLetters
VI2008VI[ZZVI]cdbZ[ 7.4 240

368 wndirectItoIdirectIbandgapItransitionIinImethylammoniumIleadIhalideIperovskiteXIEnergydandd
EnvironmentaldScienceVI2017VI[ZVIcZgWc[c 35.4 237

367 occeptorIlevelsIinIpWtypeIquR]SOhIrationalizingItheoryIandIexperimentXIPhysicaldReviewdLettersVI2009
VI[ZaVIZgdbZc 7.4 237

(2009-2010)

3



366 snergeticIandIslectronicIStructureIonalysisIofIwntrinsicIrefectsIinISnO]XIJournaldofdPhysicald
ChemistrydCVI2009VI[[aVIbagWbbf 3.8 236

365 OriginsIofIbandWgapIrenormalizationIinIdegeneratelyIdopedIsemiconductorsXIPhysicaldReviewdBVI
2008VIefVI 3.3 235

364 PrinciplesIofIqhemicalIpondingIandIpandIuapIsngineeringIinIvybridIOrganicWwnorganicIvalideI
PerovskitesXIJournaldofdPhysicaldChemistrydCVI2015VI[[gVIceccWcedZ 3.8 226

363 wnterplayIofIOrbitalIandI×elativisticIsffectsIinIpismuthIOxyhalideshIpiOtVIpiOqlVIpiOprVIandIpiOwXI
ChemistrydofdMaterialsVI2016VI]fVI[gfZW[gfb 9.6 225

362 –illionWtoldIslectricalIqonductivityIsnhancementIinIte]RrsprqSIversusI–n]RrsprqSIRsIkISVIOSXI
JournaldofdthedAmericandChemicaldSocietyVI2015VI[aeVId[dbWe 16.4 222

361 qonductiveImetalWorganicIframeworksIandInetworkshIfactIorIfantasymXIPhysicaldChemistrydChemicald
PhysicsVI2012VI[bVI[a[]ZWa] 3.6 222

360 slectronicIchemicalIpotentialsIofIporousImetalWorganicIframeworksXIJournaldofdthedAmericand
ChemicaldSocietyVI2014VI[adVI]eZaWd 16.4 221

359 wsItheIquYβnIrisorderItheI–ainIqulpritIforItheI−oltageIreficitIinIyesteriteISolarIqellsmXIAdvancedd
EnergydMaterialsVI2016VIdVI[cZ]]ed 21.8 221

358 ffurtziteWderivedIpolytypesIofIkesteriteIandIstanniteIquaternaryIchalcogenideIsemiconductorsXI
PhysicaldReviewdBVI2010VIf]VI 3.3 220

357 sngineeringISolarIqellIobsorbersIbyIsxploringItheIpandIolignmentIandIrefectIrisparityhI₂heIqaseI
ofIquWIandIogWpasedIyesteriteIqompoundsXIAdvanceddFunctionaldMaterialsVI2015VI]cVIdeaaWdeba 15.6 218

356 ₂hermodynamicIOriginIofIPhotoinstabilityIinItheIqva vaPbRw[WxprxSaIvybridIvalideIPerovskiteI
olloyXIJournaldofdPhysicaldChemistrydLettersVI2016VIeVI[ZfaWe 6.4 217

355 veterogeneousIcatalyticIhydrogenationIofIqOIbyImetalIoxideshIdefectIengineeringIWIperfectingI
imperfectionXIChemicaldSocietydReviewsVI2017VIbdVIbda[Wbdbb 58.5 212

354 zatticeIstrainIcausesInonWradiativeIlossesIinIhalideIperovskitesXIEnergydanddEnvironmentaldScienceVI
2019VI[]VIcgdWdZd 35.4 211

353 –etallicIqonductivityIinIaI₂woWrimensionalIqobaltIrithioleneI–etalWOrganicItrameworkXIJournaldofd
thedAmericandChemicaldSocietyVI2017VI[agVI[ZfdaW[Zfde 16.4 209

352 slectrodepositedIoluminumWropedI˛–Wte]OaIPhotoelectrodeshIsxperimentIandI₂heoryXIChemistryd
ofdMaterialsVI2010VI]]VIc[ZWc[e 9.6 207

351 ₂heIoriginIofItheIstereochemicallyIactiveIPbRwwSIloneIpairhIrt₂IcalculationsIonIPbOIandIPbSXIJournald
ofdSoliddStatedChemistryVI2005VI[efVI[b]]W[b]f 3.3 207

350 ×oleIofI–icrostructureIinItheIslectronWvoleIwnteractionIofIvybridIzeadWvalideIPerovskitesXINatured
PhotonicsVI2015VIgVIdgcWeZ[ 33.9 203

349 pandIalignmentIofItheIhybridIhalideIperovskitesIqva vaPbqlaVIqva vaPbpraIandIqva vaPbwaXI
MaterialsdHorizonsVI2015VI]VI]]fW]a[ 14.4 198

Aron Walsh

4



348 pismuthIoxyhalideshIsynthesisVIstructureIandIphotoelectrochemicalIactivityXIChemicaldScienceVI2016VI
eVIbfa]Wbfb[ 9.4 197

347 slectronicIandIopticalIpropertiesIofIsingleIcrystalISnS]hIanIearthWabundantIdisulfideIphotocatalystXI
JournaldofdMaterialsdChemistrydAVI2016VIbVI[a[]W[a[f 13 190

346 slectronicIoriginsIofIstructuralIdistortionsIinIpostWtransitionImetalIoxideshIexperimentalIandI
theoreticalIevidenceIforIaIrevisionIofItheIloneIpairImodelXIPhysicaldReviewdLettersVI2006VIgdVI[cebZa 7.4 182

345 onIabIinitioIStudyIofI×eductionIofI−]OcIthroughItheItormationIofIOxygenI−acanciesIandIziI
wntercalationXIJournaldofdPhysicaldChemistrydCVI2008VI[[]VIggZaWgg[[ 3.8 181

344 rirectIObservationIofIrynamicISymmetryIpreakingIaboveI×oomI₂emperatureIinI–ethylammoniumI
zeadIwodideIPerovskiteXIACSdEnergydLettersVI2016VI[VIffZWffe 20.1 177

343 PointIdefectIengineeringIinIthinWfilmIsolarIcellsXINaturedReviewsdMaterialsVI2018VIaVI[gbW][Z 73.3 176

342 ₂hermalIphysicsIofItheIleadIchalcogenidesIPbSVIPbSeVIandIPb₂eIfromIfirstIprinciplesXIPhysicald
ReviewdBVI2014VIfgVI 3.3 172

341 PhaseIStabilityIofItheIsarthWobundantI₂inISulfidesISnSVISnS]VIandISn]SaXIJournaldofdPhysicald
ChemistrydCVI2012VI[[dVI]b]d]W]b]de 3.8 172

340 snhancedIqhargeI₂ransportIinI]rIPerovskitesIviaItluorinationIofIOrganicIqationXIJournaldofdthed
AmericandChemicaldSocietyVI2019VI[b[VIcge]Wcgeg 16.4 170

339 slectronicIstructureIofItheI˛–IandI˛·IphasesIofIpi]OahIoIcombinedIabIinitioIandIxWrayIspectroscopyI
studyXIPhysicaldReviewdBVI2006VIeaVI 3.3 168

338 slectronicIstructureIandIphaseIstabilityIofI–gOVIβnOVIqdOVIandIrelatedIternaryIalloysXIPhysicald
ReviewdBVI2008VIeeVI 3.3 167

337 ×evisedIabIinitioInaturalIbandIoffsetsIofIallIgroupIw−VIwwW−wVIandIwwwW−IsemiconductorsXIApplieddPhysicsd
LettersVI2009VIgbVI][][Zg 3.4 162

336 PredictingIsynthesizabilityXIJournaldPhysicsdD:dApplieddPhysicsVI2019VIc]VI 3 161

335 wnstillingIdefectItoleranceIinInewIcompoundsXINaturedMaterialsVI2017VI 27 156

334 PerformanceWlimitingInanoscaleItrapIclustersIatIgrainIjunctionsIinIhalideIperovskitesXINatureVI2020VI
cfZVIadZWadd 50.4 155

333 slectronicIoriginsIofIphotocatalyticIactivityIinIdZImetalIorganicIframeworksXIScientificdReportsVI2016
VIdVI]aded 4.9 154

332 ×esearchI₃pdatehI×elativisticIoriginIofIslowIelectronWholeIrecombinationIinIhybridIhalideIperovskiteI
solarIcellsXIAPLdMaterialsVI2016VIbVIZg[cZ[ 5.7 153

331 StructuralIdiversityIandIelectronicIpropertiesIofIqu]SnXaIRXkSVISeShIoIfirstWprinciplesIinvestigationXI
PhysicaldReviewdBVI2011VIfbVI 3.3 152

(2011-2016)

5



330 StructureVIstabilityIandIworkIfunctionsIofItheIlowIindexIsurfacesIofIpureIindiumIoxideIandISnWdopedI
indiumIoxideIRw₂OSIfromIdensityIfunctionalItheoryXIJournaldofdMaterialsdChemistryVI2010VI]ZVI[Zbaf 150

329 PhotocatalyticIcarbonIdioxideIreductionIwithIrhodiumWbasedIcatalystsIinIsolutionIandI
heterogenizedIwithinImetalWorganicIframeworksXIChemSusChemVI2015VIfVIdZaWf 8.3 149

328 wnfluenceIofItheIanionIonIloneIpairIformationIinISnRwwSImonochalcogenideshIaIrt₂IstudyXIJournaldofd
PhysicaldChemistrydBVI2005VI[ZgVI[ffdfWec 3.4 149

327 wnsightsIintoItheIstructureIofItheIstableIandImetastableIRue₂eSmRSb]₂eaSnIcompoundsXIPhysicald
ReviewdBVI2008VIefVI 3.3 147

326 ₂heISteadyI×iseIofIyesteriteISolarIqellsXIACSdEnergydLettersVI2017VI]VIeedWeeg 20.1 144

325 obundanceIofIquβnIUISnβnIandI]quβnIUISnβnIdefectIclustersIinIkesteriteIsolarIcellsXIApplieddPhysicsd
LettersVI2012VI[Z[VI]]agZ[ 3.4 140

324 StructuralVImagneticVIandIelectronicIpropertiesIofItheIqoWteWolIoxideIspinelIsystemhI
rensityWfunctionalItheoryIcalculationsXIPhysicaldReviewdBVI2007VIedVI 3.3 134

323 ×edoxWactiveImetalâ��organicIframeworksIforIenergyIconversionIandIstorageXIJournaldofdMaterialsd
ChemistrydAVI2019VIeVI[dce[W[dcge 13 127

322 SpontaneousIOctahedralI₂iltingIinItheIqubicIwnorganicIqesiumIvalideIPerovskitesIqsSnXIandIqsPbXI
RXIkItVIqlVIprVIwSXIJournaldofdPhysicaldChemistrydLettersVI2017VIfVIbe]ZWbe]d 6.4 126

321 uiantIslectronWPhononIqouplingIandIreepIqonductionIpandI×esonanceIinI–etalIvalideIroubleI
PerovskiteXIACSdNanoVI2018VI[]VIfZf[WfZgZ 16.7 123

320 StructuralIandIelectronicIpropertiesIofIquSbS]IandIqupiS]hIpotentialIabsorberImaterialsIforI
thinWfilmIsolarIcellsXIPhysicaldChemistrydChemicaldPhysicsVI2012VI[bVIe]]gWaa 3.6 123

319 pandIolignmentsVI−alenceIpandsVIandIqoreIzevelsIinItheI₂inISulfidesISnSVISnS]VIandISn]SahI
sxperimentIandI₂heoryXIChemistrydofdMaterialsVI2016VI]fVIae[fWae]d 9.6 123

318 ₂akingIqontrolIofIwonI₂ransportIinIvalideIPerovskiteISolarIqellsXIACSdEnergydLettersVI2018VIaVI[gfaW[ggZ 20.1 121

317 pandIalignmentIinISnSIthinWfilmIsolarIcellshIPossibleIoriginIofItheIlowIconversionIefficiencyXIAppliedd
PhysicsdLettersVI2013VI[Z]VI[a][[[ 3.4 119

316 slectronicIStructureIandIrefectIPhysicsIofI₂inISulfideshISnSVISn]SaVIandISnS]XIPhysicaldReviewd
AppliedVI2016VIdVI 4.3 111

315 slectronicVIstructuralVIandImagneticIeffectsIofIadItransitionImetalsIinIhematiteXIJournaldofdAppliedd
PhysicsVI2010VI[ZeVI[]ae[] 2.5 111

314 vowIStrongIwsItheIvydrogenIpondIinIvybridIPerovskitesmXIJournaldofdPhysicaldChemistrydLettersVI
2017VIfVId[cbWd[cg 6.4 110

313 odvancesIinIcomputationalIstudiesIofIenergyImaterialsXIPhilosophicaldTransactionsdSeriesdArd
MathematicalrdPhysicalrdanddEngineeringdSciencesVI2010VIadfVIaaegWbcd 3 110

Aron Walsh

6



312 resignIofIw]â��wwâ��w−â��−wbISemiconductorsIthroughIslementISubstitutionhI₂heI₂hermodynamicIStabilityI
zimitIandIqhemicalI₂rendXIChemistrydofdMaterialsVI2014VI]dVIab[[Wab[e 9.6 109

311 zatticeIdynamicsIofItheItinIsulphidesISnSVISnSIandISnShIvibrationalIspectraIandIthermalItransportXI
PhysicaldChemistrydChemicaldPhysicsVI2017VI[gVI[]bc]W[]bdc 3.6 108

310 rielectricIandIferroicIpropertiesIofImetalIhalideIperovskitesXIAPLdMaterialsVI2019VIeVIZ[ZgZ[ 5.7 108

309 wntrinsicIwnstabilityIofItheIvybridIvalideIPerovskiteISemiconductorIqvIaI vIaIPbwIaITXIChinesed
PhysicsdLettersVI2018VIacVIZad[Zb 1.8 107

308 wsIironIuniqueIinIpromotingIelectricalIconductivityIinI–OtsmXIChemicaldScienceVI2017VIfVIbbcZWbbce 9.4 106

307 slectronicIstructuresIofIrocksaltVIlithargeVIandIherzenbergiteISnOIbyIdensityIfunctionalItheoryXI
PhysicaldReviewdBVI2004VIeZVI 3.3 105

306 onharmonicityIinItheIvighW₂emperatureIqmcmIPhaseIofISnSehISoftI–odesIandI₂hreeWPhononI
wnteractionsXIPhysicaldReviewdLettersVI2016VI[[eVIZeccZ] 7.4 104

305 sffectIofIqrIsubstitutionIonItheIelectronicIstructureIofIquol[â��xqrxO]XIPhysicaldReviewdBVI2009VIegVI 3.3 102

304 PhaseIstabilityIandItransformationsIinItheIhalideIperovskiteIqsSnwaXIPhysicaldReviewdBVI2015VIg[VI 3.3 101

303 PhononIanharmonicityVIlifetimesVIandIthermalItransportIinIqva vaPbwaIfromImanyWbodyI
perturbationItheoryXIPhysicaldReviewdBVI2016VIgbVI 3.3 101

302 pandgapIengineeringIofIβnSnP]IforIhighWefficiencyIsolarIcellsXIApplieddPhysicsdLettersVI2012VI[ZZVI]c[g[[3.4 99

301 ×elativisticIelectronicIstructureIandIbandIalignmentIofIpiSwIandIpiSewhIcandidateIphotovoltaicI
materialsXIJournaldofdMaterialsdChemistrydAVI2016VIbVI]ZdZW]Zdf 13 97

300 qhemicalIprinciplesIunderpinningItheIperformanceIofItheImetalWorganicIframeworkIvy₃S₂W[XI
ChemicaldScienceVI2015VIdVIadebWadfa 9.4 96

299 SlowIqoolingIofIvotIPolaronsIinIvalideIPerovskiteISolarIqellsXIACSdEnergydLettersVI2017VI]VI]dbeW]dc] 20.1 94

298 PredictionIofIelectronIenergiesIinImetalIoxidesXIAccountsdofdChemicaldResearchVI2014VIbeVIadbWe] 24.3 94

297 slectronicIstructureIofIwn]OaIandISnWdopedIwn]OaIbyIhardIxWrayIphotoemissionIspectroscopyXI
PhysicaldReviewdBVI2010VIf[VI 3.3 94

296 PolymorphIsngineeringIofI₂iO]hIremonstratingIvowIobsoluteI×eferenceIPotentialsIoreI
reterminedIbyIzocalIqoordinationXIChemistrydofdMaterialsVI2015VI]eVIafbbWafc[ 9.6 92

295 sxperimentalIandItheoreticalIstudyIofItheIelectronicIstructuresIofI˛–WPbOIandI˛†WPbO]XIJournaldofd
MaterialsdChemistryVI2007VI[eVI]deW]ee 92

(2007-2014)

7



294 SurfaceISensitivityIinIzithiumWropingIofI–gOhIIoIrensityItunctionalI₂heoryIStudyIwithIqorrectionI
forIonWSiteIqoulombIwnteractionsXIJournaldofdPhysicaldChemistrydCVI2007VI[[[VIege[Wegeg 3.8 91

293 OxidationIstatesIandIionicityXINaturedMaterialsVI2018VI[eVIgcfWgdb 27 91

292 SurfaceIenergiesIcontrolItheIselfWorganizationIofIorientedIwn]OaInanostructuresIonIcubicIzirconiaXI
NanodLettersVI2010VI[ZVIaebZWd 11.5 90

291 ₃nderstandingItheIpW₂ypeIqonductionIPropertiesIofItheI₂ransparentIqonductingIOxideIqupO]hIoI
rensityItunctionalI₂heoryIonalysisXIChemistrydofdMaterialsVI2009VI][VIbcdfWbced 9.6 89

290 wdentificationIofIyillerIrefectsIinIyesteriteI₂hinWtilmISolarIqellsXIACSdEnergydLettersVI2018VIaVIbgdWcZZ 20.1 88

289 PerovskiteWwnspiredIPhotovoltaicI–aterialshI₂owardIpestIPracticesIinI–aterialsIqharacterizationIandI
qalculationsXIChemistrydofdMaterialsVI2017VI]gVI[gdbW[gff 9.6 87

288 PerspectivehI₂heoryIandIsimulationIofIhybridIhalideIperovskitesXIJournaldofdChemicaldPhysicsVI2017VI
[bdVI]]ZgZ[ 3.9 87

287 SelfW×egulationI–echanismIforIqhargedIPointIrefectsIinIvybridIvalideIPerovskitesXIAngewandted
ChemieVI2015VI[]eVI[f[[W[f[b 3.6 87

286 ossessmentIofIpolyanionIRptbâ��IandIPtdâ��SIsubstitutionsIinIhybridIhalideIperovskitesXIJournaldofd
MaterialsdChemistrydAVI2015VIaVIgZdeWgZeZ 13 83

285 XWrayIspectroscopicIstudyIofItheIelectronicIstructureIofIquqrO]XIPhysicaldReviewdBVI2009VIegVI 3.3 82

284 ₂heInatureIofIelectronIloneIpairsIinIpi−ObXIApplieddPhysicsdLettersVI2011VIgfVI][][[Z 3.4 81

283 wnterplayIbetweenIOrderIandIrisorderIinItheIvighIPerformanceIofIomorphousI₂ransparentI
qonductingIOxidesXIChemistrydofdMaterialsVI2009VI][VIc[[gWc[]b 9.6 80

282 occumulationIofIreepI₂rapsIatIurainIpoundariesIinIvalideIPerovskitesXIACSdEnergydLettersVI2019VIbVI[a][W[a]e20.1 76

281  atureIofItheIbandIgapIandIoriginIofItheIconductivityIofIPbO]IrevealedIbyItheoryIandIexperimentXI
PhysicaldReviewdLettersVI2011VI[ZeVI]bdbZ] 7.4 76

280 SurfaceIoxygenIvacancyIoriginIofIelectronIaccumulationIinIindiumIoxideXIApplieddPhysicsdLettersVI
2011VIgfVI]d[g[Z 3.4 75

279 OriginIofIelectronicIandIopticalItrendsIinIternaryIwn]OaRβnOSnItransparentIconductingIoxidesI
Rnk[VaVcShIvybridIdensityIfunctionalItheoryIcalculationsXIPhysicaldReviewdBVI2009VIegVI 3.3 73

278 qriticalI×oleIofIffaterIinIrefectIoggregationIandIqhemicalIregradationIofIPerovskiteISolarIqellsXI
JournaldofdPhysicaldChemistrydLettersVI2018VIgVI][gdW]]Z[ 6.4 72

277 qomputationalIScreeningIofIollIStoichiometricIwnorganicI–aterialsXICheMVI2016VI[VId[eWd]e 16.2 72

Aron Walsh

8



276 qomputationalImaterialsIdesignIofIcrystallineIsolidsXIChemicaldSocietydReviewsVI2016VIbcVId[afWd[bd 58.5 72

275 ₂ransferableItorceItieldIforI–etalWOrganicItrameworksIfromItirstWPrincipleshIp₂ffWttXIJournaldofd
ChemicaldTheorydanddComputationVI2014VI[ZVIbdbbWbdc] 6.4 69

274 slectronicIstructureImodulationIofImetalWorganicIframeworksIforIhybridIdevicesXIACSdAppliedd
Materialsdjamp;dInterfacesVI2014VIdVI]]ZbbWcZ 9.5 67

273 slectronicVIsnergeticVIandIqhemicalIsffectsIofIwntrinsicIrefectsIandIteWropingIofIqool]ObhIoIrt₂U₃I
StudyXIJournaldofdPhysicaldChemistrydCVI2008VI[[]VI[]ZbbW[]ZcZ 3.8 66

272 wnfluenceIofIwaterIintercalationIandIhydrationIonIchemicalIdecompositionIandIionItransportIinI
methylammoniumIleadIhalideIperovskitesXIJournaldofdMaterialsdChemistrydAVI2018VIdVI[ZdeW[Zeb 13 64

271 slectronicIStructuresIofIontimonyIOxidesXIJournaldofdPhysicaldChemistrydCVI2013VI[[eVI[becgW[bedg 3.8 62

270 wnfluenceIofI×bYqsIqationWsxchangeIonIwnorganicISnIvalideIPerovskiteshItromIqhemicalIStructureItoI
PhysicalIPropertiesXIChemistrydofdMaterialsVI2017VI]gVIa[f[Wa[ff 9.6 61

269 OriginIofIdeepIsubgapIstatesIinIamorphousIindiumIgalliumIzincIoxidehIqhemicallyIdisorderedI
coordinationIofIoxygenXIApplieddPhysicsdLettersVI2014VI[ZbVI]a][Zf 3.4 61

268 pestIpracticesIinImachineIlearningIforIchemistryXINaturedChemistryVI2021VI[aVIcZcWcZf 17.6 61

267 wnfluenceIofItheIexchangeWcorrelationIfunctionalIonItheIquasiWharmonicIlatticeIdynamicsIofIwwW−wI
semiconductorsXIJournaldofdChemicaldPhysicsVI2015VI[baVIZdbe[Z 3.9 60

266 uroupWwwwoIversusIwwwpIdelafossiteshIslectronicIstructureIstudyXIPhysicaldReviewdBVI2009VIfZVI 3.3 60

265 StrontiumImigrationIassistedIbyIoxygenIvacanciesIinISr₂iOaIfromIclassicalIandIquantumImechanicalI
simulationsXIPhysicaldReviewdBVI2011VIfaVI 3.3 60

264
₂heIOrganicISecondaryIpuildingI₃nithIStrongIwntermolecularIˇ�IwnteractionsIrefineI₂opologyIinI
–w₂W]cVIaI–esoporousI–OtIwithIProtonW×epleteIqhannelsXIJournaldofdthedAmericandChemicaldSociety
VI2017VI[agVIad[gWad]]

16.4 59

263 ×oleIofIentropicIeffectsIinIcontrollingItheIpolymorphismIinIformateIopXaImetalWorganicI
frameworksXIChemicaldCommunicationsVI2015VIc[VI[ccafWb[ 5.8 59

262 tromIkesteriteItoIstanniteIphotovoltaicshIStabilityIandIbandIgapsIofItheIqu]RβnVteSSnSbIalloyXI
ApplieddPhysicsdLettersVI2014VI[ZbVIZ][g[] 3.4 59

261 PhysicalIPropertiesVIwntrinsicIrefectsVIandIPhaseIStabilityIofIwndiumISesquioxideXIChemistrydofd
MaterialsVI2009VI][VIbgd]Wbgdg 9.6 59

260 ffhyIisIleadIdioxideImetallicmXIChemicaldPhysicsdLettersVI2005VIb[[VI[f[W[fc 2.5 59

259 ₃pperIlimitItoItheIphotovoltaicIefficiencyIofIimperfectIcrystalsIfromIfirstIprinciplesXIEnergydandd
EnvironmentaldScienceVI2020VI[aVI[bf[W[bg[ 35.4 58

(2020-2016)

9



258 slectronIexcessIinIalkalineIearthIsubWnitrideshI]rIelectronIgasIorIarIelectridemXIJournaldofdMaterialsd
ChemistrydCVI2013VI[VIac]c 7.1 58

257 reterminationIofItheInitrogenIvacancyIasIaIshallowIcompensatingIcenterIinIua IdopedIwithI
divalentImetalsXIPhysicaldReviewdLettersVI2015VI[[bVIZ[dbZc 7.4 58

256
outomatedIprocedureItoIdetermineItheIthermodynamicIstabilityIofIaImaterialIandItheIrangeIofI
chemicalIpotentialsInecessaryIforIitsIformationIrelativeItoIcompetingIphasesIandIcompoundsXI
ComputerdPhysicsdCommunicationsVI2014VI[fcVIaaZWaaf

4.2 58

255 sffectIofIoxygenIdeficiencyIonItheIexcitedIstateIkineticsIofIffOIandIimplicationsIforIphotocatalysisXI
ChemicaldScienceVI2019VI[ZVIcddeWcdee 9.4 56

254 oIrapidlyWreversibleIabsorptiveIandIemissiveIvapochromicIPtRwwSIpincerWbasedIchemicalIsensorXI
NaturedCommunicationsVI2017VIfVI[fZZ 17.4 56

253 −ibrationalIspectraIandIlatticeIthermalIconductivityIofIkesteriteWstructuredIqu]βnSnSbIandI
qu]βnSnSebXIAPLdMaterialsVI2015VIaVIZb[[Z] 5.7 55

252 ₂ernaryIcobaltIspinelIoxidesIforIsolarIdrivenIhydrogenIproductionhI₂heoryIandIexperimentXIEnergyd
anddEnvironmentaldScienceVI2009VI]VIeeb 35.4 55

251 velicalIfrontierIorbitalsIofIconjugatedIlinearImoleculesXIChemicaldScienceVI2013VIbVIb]ef 9.4 53

250 sllipsometricIcharacterizationIandIdensityWfunctionalItheoryIanalysisIofIanisotropicIopticalI
propertiesIofIsingleWcrystalI˛–WSnSXIJournaldofdApplieddPhysicsVI2014VI[[dVIZ[ac[[ 2.5 53

249 qhemicalIandIzatticeIStabilityIofItheI₂inISulfidesXIJournaldofdPhysicaldChemistrydCVI2017VI[][VIdbbdWdbcb 3.8 52

248 ×evisitingItheIwncorporationIofI₂iRw−SIinI₃iOWtypeI–etalâ��OrganicItrameworkshI–etalIsxchangeI
versusIuraftingIandI₂heirIwmplicationsIonIPhotocatalysisXIChemistrydofdMaterialsVI2017VI]gVIfgdaWfgde 9.6 52

247 wnIsituIobservationIofIpicosecondIpolaronIselfWlocalisationIinI˛–WteOIphotoelectrochemicalIcellsXI
NaturedCommunicationsVI2019VI[ZVIagd] 17.4 52

246 ×oleIofIomineâ��qavityIwnteractionsIinIreterminingItheIStructureIandI–echanicalIPropertiesIofItheI
terroelectricIvybridIPerovskiteIδ va v]κβnRvqOOSaXIChemistrydofdMaterialsVI2016VI]fVIa[]Wa[e 9.6 52

245 ocousticIphononIlifetimesIlimitIthermalItransportIinImethylammoniumIleadIiodideXIProceedingsdofd
thedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaVI2018VI[[cVI[[gZcW[[g[Z 11.5 52

244 –odularIdesignIofISPw×OWO–e₂orIanaloguesIasIholeItransportImaterialsIinIsolarIcellsXIChemicald
CommunicationsVI2015VIc[VIfgacWf 5.8 51

243 pandIstructureIengineeringIofImultinaryIchalcogenideItopologicalIinsulatorsXIPhysicaldReviewdBVI
2011VIfaVI 3.3 51

242 slectronIqountingIinISolidshIOxidationIStatesVIPartialIqhargesVIandIwonicityXIJournaldofdPhysicald
ChemistrydLettersVI2017VIfVI]ZebW]Zec 6.4 50

241 –icroscopicIoriginsIofIelectronIandIholeIstabilityIinIβnOXIChemicaldCommunicationsVI2011VIbeVIaafdWf 5.8 50

Aron Walsh

10



240 slectronicIstructureIandIphaseIstabilityIofI–g₂eVIβn₂eVIqd₂eVIandItheirIalloysIinItheIpaVIpbVIandIpfI
structuresXIPhysicaldReviewdBVI2009VIegVI 3.3 50

239 ×oomI₂emperatureI–etallicIqonductivityIinIaI–etalWOrganicItrameworkIwnducedIbyIOxidationXI
JournaldofdthedAmericandChemicaldSocietyVI2019VI[b[VI[da]aW[daaZ 16.4 49

238 OrganisedIchaoshIentropyIinIhybridIinorganicWorganicIsystemsIandIotherImaterialsXIChemicaldScience
VI2016VIeVIda[dWda]b 9.4 49

237 preathingWrependentI×edoxIoctivityIinIaI₂etrathiafulvaleneWpasedI–etalWOrganicItrameworkXI
JournaldofdthedAmericandChemicaldSocietyVI2018VI[bZVI[Zcd]W[Zcdg 16.4 48

236 sxperimentalIandItheoreticalIstudyIofItheIelectronicIstructureIofIvgOIandI₂l]OaXIPhysicaldReviewdBVI
2005VIe[VI 3.3 48

235 PerovskiteWinspiredImaterialsIforIphotovoltaicsIandIbeyondWfromIdesignItoIdevicesXI
NanotechnologyVI2021VIa]VI[a]ZZb 3.4 47

234 reepIvsIshallowInatureIofIoxygenIvacanciesIandIconsequentInWtypeIcarrierIconcentrationsIinI
transparentIconductingIoxidesXIPhysicaldReviewdMaterialsVI2018VI]VI 3.2 46

233 ₃ltrafastIcarrierIdynamicsIinIpi−ObIthinIfilmIphotoanodeImaterialhIinterplayIbetweenIfreeIcarriersVI
trappedIcarriersIandIlowWfrequencyIlatticeIvibrationsXIJournaldofdMaterialsdChemistrydAVI2016VIbVI[fc[dW[fc]a13 45

232 zimitsItoIropingIofIffideIpandIuapISemiconductorsXIChemistrydofdMaterialsVI2013VI]cVI]g]bW]g]d 9.6 45

231 OriginIofIantiferromagnetismIinIqoOhIoIdensityIfunctionalItheoryIstudyXIApplieddPhysicsdLettersVI
2010VIgdVI[d]cZf 3.4 45

230 zigandIdesignIforIlongWrangeImagneticIorderIinImetalWorganicIframeworksXIChemicald
CommunicationsVI2014VIcZVI[aggZWa 5.8 44

229 qatalyticIomineIOxidationIunderIombientIoerobicIqonditionshI–imicryIofI–onoamineIOxidaseIpXI
AngewandtedChemiedsdInternationaldEditionVI2015VIcbVIfggeWgZZZ 16.4 43

228 OxygenIinterstitialIstructuresIinIcloseWpackedImetalIoxidesXIChemicaldPhysicsdLettersVI2010VIbg]VIbbWbf 2.5 43

227 QuasiWparticleIelectronicIbandIstructureIandIalignmentIofItheI−W−wW−wwIsemiconductorsISbSwVISbSprVI
andISbSewIforIsolarIcellsXIApplieddPhysicsdLettersVI2016VI[ZfVI[[][Za 3.4 43

226 qrystalIelectronIbindingIenergyIandIsurfaceIworkIfunctionIcontrolIofItinIdioxideXIPhysicaldReviewdBVI
2014VIfgVI 3.3 42

225 ossessmentIofIvybridIOrganicWwnorganicIontimonyISulfidesIforIsarthWobundantIPhotovoltaicI
opplicationsXIJournaldofdPhysicaldChemistrydLettersVI2015VIdVIcZZgW[b 6.4 41

224 PhotostimulatedIreductionIprocessesIinIaItitaniaIhybridImetalWorganicIframeworkXIChemPhysChemVI
2010VI[[VI]ab[Wb 3.2 41

223 qontrolIofItheIbandWgapIstatesIofImetalIoxidesIbyItheIapplicationIofIepitaxialIstrainhI₂heIcaseIofI
indiumIoxideXIPhysicaldReviewdBVI2011VIfaVI 3.3 40

(2011-2009)

11



222 slectronicIstructureIofIquqrO]IthinIfilmsIgrownIonIol]OaRZZ[SIbyIoxygenIplasmaIassistedI
molecularIbeamIepitaxyXIJournaldofdApplieddPhysicsVI2012VI[[]VI[[ae[f 2.5 40

221 PolymorphismIinIpismuthIStannatehIIoItirstWPrinciplesIStudyXIChemistrydofdMaterialsVI2007VI[gVIc[cfWc[db9.6 40

220 SustainableIleadImanagementIinIhalideIperovskiteIsolarIcellsXINaturedSustainabilityVI2020VIaVI[ZbbW[Zc[ 22.1 40

219 vWqenterIandI−WqenterIrefectsIinIvybridIvalideIPerovskitesXIACSdEnergydLettersVI2017VI]VI]e[aW]e[b 20.1 39

218 smergingIinorganicIsolarIcellIefficiencyItablesIR−ersionI[SXIJPhysdEnergyVI2019VI[VIZa]ZZ[ 4.9 39

217 wnorganicImaterialshI₂heIquestIforInewIfunctionalityXINaturedChemistryVI2015VIeVI]ebWc 17.6 39

216 –icroscopicIoriginIofIentropyWdrivenIpolymorphismIinIhybridIorganicWinorganicIperovskiteI
materialsXIPhysicaldReviewdBVI2016VIgbVI 3.3 39

215 –ultiWcomponentItransparentIconductingIoxideshIprogressIinImaterialsImodellingXIJournaldofd
PhysicsdCondenseddMatterVI2011VI]aVIaab][Z 1.8 39

214 ScreeningIprocedureIforIstructurallyIandIelectronicallyImatchedIcontactIlayersIforI
highWperformanceIsolarIcellshIhybridIperovskitesXIJournaldofdMaterialsdChemistrydCVI2016VIbVI[[bgW[[cf 7.1 38

213 rynamicIsymmetryIbreakingIandIspinIsplittingIinImetalIhalideIperovskitesXIPhysicaldReviewdBVI2018VI
gfVI 3.3 38

212 rynamicalIresponseIandIinstabilityIinIceriaIunderIlatticeIexpansionXIPhysicaldReviewdBVI2013VIfeVI 3.3 38

211 zowWfrequencyIopticalIphononImodesIandIcarrierImobilityIinItheIhalideIperovskiteIqva vaPbpraI
usingIterahertzItimeWdomainIspectroscopyXIApplieddPhysicsdLettersVI2017VI[[[VI]Z[gZa 3.4 38

210 ₂hicknessIdependenceIofItheIstrainVIbandIgapIandItransportIpropertiesIofIepitaxialIwn]OaIthinIfilmsI
grownIonIαWstabilisedIβrO]R[[[SXIJournaldofdPhysicsdCondenseddMatterVI2011VI]aVIaab][[ 1.8 38

209 slectronicIstructureIandIbandIalignmentIofIzincInitrideVIβna ]XIRSCdAdvancesVI2014VIbVIaaZdWaa[[ 3.7 37

208 zatticeIqompressionIwncreasesItheIoctivationIparrierIforIPhaseISegregationIinI–ixedWvalideI
PerovskitesXIACSdEnergydLettersVI2020VIcVIa[c]Wa[cf 20.1 37

207 –etastableIcubicItinIsulfidehIoInovelIphononWstableIchiralIsemiconductorXIAPLdMaterialsVI2017VIcVIZad[Z[5.7 36

206 obIinitioIthermodynamicImodelIofIqu]βnSnSbXIJournaldofdMaterialsdChemistrydAVI2014VI]VIef]gWefad 13 36

205 wdentificationIofIcriticalIstackingIfaultsIinIthinWfilmIqd₂eIsolarIcellsXIApplieddPhysicsdLettersVI2014VI
[ZcVIZd][Zb 3.4 36

Aron Walsh

12



204  atureIofIelectronicIstatesIatItheItermiIlevelIofImetallicI˛†â��PbO]IrevealedIbyIhardIxWrayI
photoemissionIspectroscopyXIPhysicaldReviewdBVI2007VIecVI 3.3 36

203 ₂rimethylsulfoniumIzeadI₂riiodidehIonIoirWStableIvybridIvalideIPerovskiteXIInorganicdChemistryVI
2017VIcdVIdaZ]WdaZg 5.1 35

202 rielectricIresponseIofIte]OaIcrystalsIandIthinIfilmsXIChemicaldPhysicsdLettersVI2013VIcfdVIdeWdg 2.5 35

201 qomputerWaidedIdesignIofImetalIchalcohalideIsemiconductorshIfromIchemicalIcompositionItoI
crystalIstructureXIChemicaldScienceVI2018VIgVI[Z]]W[ZaZ 9.4 35

200 qhemicalIprinciplesIforIelectroactiveImetalâ��organicIframeworksXIMRSdBulletinVI2016VIb[VIfeZWfed 3.2 34

199 oIuniversalIchemicalIpotentialIforIsulfurIvapoursXIChemicaldScienceVI2016VIeVI[Zf]W[Zg] 9.4 34

198 refectIProcessesIinIaIPbSI–etalIOrganicItrameworkhIoIQuantumWqonfinedIvybridISemiconductorXI
JournaldofdPhysicaldChemistrydLettersVI2010VI[VI[]fbW[]fe 6.4 34

197 treeIsnergyIofIzigandI×emovalIinItheI–etalWOrganicItrameworkI₃iOWddXIJournaldofdPhysicald
ChemistrydCVI2016VI[]ZVIg]edWg]f[ 3.8 34

196 zoneWpairIeffectIonIcarrierIcaptureIinIqu]βnSnSbIsolarIcellsXIJournaldofdMaterialsdChemistrydAVI2019VI
eVI]dfdW]dga 13 33

195 wmpactIofInonparabolicIelectronicIbandIstructureIonItheIopticalIandItransportIpropertiesIofI
photovoltaicImaterialsXIPhysicaldReviewdBVI2019VIggVI 3.3 33

194 wntrinsicIdopingIlimitIandIdefectWassistedIluminescenceIinIqsbPbprdXIJournaldofdMaterialsdChemistryd
AVI2019VIeVI]Z]cbW]Z]d[ 13 33

193 slectronicIoriginIofItheIconductivityIimbalanceIbetweenIcovalentIandIionicIamorphousI
semiconductorsXIPhysicaldReviewdBVI2013VIfeVI 3.3 33

192 svolutionaryIstructureIpredictionIandIelectronicIpropertiesIofIindiumIoxideInanoclustersXIPhysicald
ChemistrydChemicaldPhysicsVI2010VI[]VIfbbdWca 3.6 33

191 −acancyWrrivenIStabilizationIofItheIqubicIPerovskiteIPolymorphIofIqsPbwaXIJournaldofdPhysicald
ChemistrydCVI2019VI[]aVIgeacWgebb 3.8 32

190 valideIPerovskiteIveteroepitaxyhIpondItormationIandIqarrierIqonfinementIatItheIPbSâ��qsPbpraI
wnterfaceXIJournaldofdPhysicaldChemistrydCVI2017VI[][VI]eac[W]eacd 3.8 32

189 ProbingItheIionicIdefectIlandscapeIinIhalideIperovskiteIsolarIcellsXINaturedCommunicationsVI2020VI
[[VIdZgf 17.4 32

188 SelfWqonsistentIvybridItunctionalIqalculationshIwmplicationsIforIStructuralVIslectronicVIandIOpticalI
PropertiesIofIOxideISemiconductorsXINanoscaledResearchdLettersVI2017VI[]VI[g 5 31

187 obsorbateWinducedIpiezochromismIinIaIporousImolecularIcrystalXINanodLettersVI2015VI[cVI][bgWcb 11.5 31

(2015-2007)

13



186 ×oleIofIslectronâ��PhononIqouplingIinItheI₂hermalIsvolutionIofIpulkI×ashbaWzikeISpinWSplitIzeadI
valideIPerovskitesIsxhibitingIrualWpandIPhotoluminescenceXIACSdEnergydLettersVI2019VIbVI]]ZcW]][] 20.1 31

185 ₂hreeWelectronItwoWcentredIbondsIandItheIstabilisationIofIcationicIsulfurIradicalsXIChemicaldScienceVI
2014VIcVI[agZW[agc 9.4 30

184 −ariationIinISurfaceIwonizationIPotentialsIofIPristineIandIvydratedIpi−ObXIJournaldofdPhysicald
ChemistrydLettersVI2015VIdVI]aegWfa 6.4 30

183 onI₃nusualIPhaseI₂ransitionIrrivenIbyI−ibrationalIsntropyIqhangesIinIaIvybridIOrganicWwnorganicI
PerovskiteXIAngewandtedChemiedsdInternationaldEditionVI2018VIceVIfga]Wfgad 16.4 30

182 ronorIandIacceptorIcharacteristicsIofInativeIpointIdefectsIinIua XIJournaldPhysicsdD:dApplieddPhysics
VI2019VIc]VIaac[Zb 3 28

181 −acancyIdefectIconfigurationsIinItheImetalWorganicIframeworkI₃iOWddhIenergeticsIandIelectronicI
structureXIJournaldofdMaterialsdChemistrydAVI2018VIdVIfcZeWfc[a 13 28

180 ×esonantI×amanIscatteringIofIβnSxSe[WxIsolidIsolutionshItheIroleIofISIandISeIelectronicIstatesXI
PhysicaldChemistrydChemicaldPhysicsVI2016VI[fVIeda]WbZ 3.6 28

179 slectronicIstructureIdesignIforInanoporousVIelectricallyIconductiveIzeoliticIimidazolateIframeworksXI
JournaldofdMaterialsdChemistrydCVI2017VIcVIee]dWeea[ 7.1 28

178 otomisticIoriginsIofItheIphaseItransitionImechanismIinIue]Sb]₂ecXIJournaldofdApplieddPhysicsVI2009VI
[ZdVI[[acZg 2.5 28

177 ossessmentIofIdynamicIstructuralIinstabilitiesIacrossI]bIcubicIinorganicIhalideIperovskitesXIJournald
ofdChemicaldPhysicsVI2020VI[c]VIZ]beZa 3.9 28

176 StabilizedItiltedWoctahedraIhalideIperovskitesIinhibitIlocalIformationIofIperformanceWlimitingI
phasesXXIScienceVI2021VIaebVI[cgfW[dZc 33.3 28

175 OneWdimensionalI–agnusWtypeIplatinumIdoubleIsaltsXINaturedCommunicationsVI2016VIeVI[[gcZ 17.4 27

174 oItheoreticalIandIexperimentalIstudyIofItheIdistortedIpyrochloreIpi]Sn]OeXIJournaldofdMaterialsd
ChemistryVI2006VI[dVIabc] 27

173 ₂hermodynamicIStabilizationIofI–ixedWvalideIPerovskitesIagainstIPhaseISegregationXICelldReportsd
PhysicaldScienceVI2020VI[VI[ZZ[]Z 6.1 27

172 resigningIporousIelectronicIthinWfilmIdeviceshIbandIoffsetsIandIheteroepitaxyXIFaradaydDiscussionsVI
2017VI]Z[VI]ZeW][g 3.6 26

171 rataWrrivenIriscoveryIofIPhotoactiveIQuaternaryIOxidesI₃singItirstWPrinciplesI–achineIzearningXI
ChemistrydofdMaterialsVI2019VIa[VIe]][We]aZ 9.6 26

170 oIgeneralIforcefieldIforIaccurateIphononIpropertiesIofImetalWorganicIframeworksXIPhysicald
ChemistrydChemicaldPhysicsVI2016VI[fVI]ga[dW]ga]g 3.6 26

169 zoneWPairIStabilizationIinI₂ransparentIomorphousI₂inIOxideshIoIPotentialI×outeItoIpW₂ypeI
qonductionIPathwaysXIChemistrydofdMaterialsVI2016VI]fVIbeZdWbe[a 9.6 26

Aron Walsh

14



168 oISimpleIandI onWrestructiveI–ethodIforIossessingItheIwncorporationIofIpipyridineIricarboxylatesI
asIzinkersIwithinI–etalWOrganicItrameworksXIChemistrydsdAdEuropeandJournalVI2016VI]]VIae[aWf 4.8 26

167 ₂heoreticalIinvestigationIofIatomicIandIelectronicIstructuresIofIua]OaRβnOSdXIPhysicaldReviewdBVI
2009VIfZVI 3.3 26

166 pandgapIloweringIinImixedIalloysIofIqs]ogRSbxpi[â��xSprdIdoubleIperovskiteIthinIfilmsXIJournaldofd
MaterialsdChemistrydAVI2020VIfVI][efZW][eff 13 26

165 OnItheIproblemIofIclusterIstructureIdiversityIandItheIvalueIofIdataIminingXIPhysicaldChemistryd
ChemicaldPhysicsVI2010VI[]VIfbafWbc 3.6 25

164 OnItheIinvolvementIofItheIshallowIcoreIcdIlevelIinItheIbondingIinIvgOXIChemicaldPhysicsdLettersVI
2004VIaggVIgfW[Z[ 2.5 25

163 SuppressionIofIphaseItransitionsIandIglassIphaseIsignaturesIinImixedIcationIhalideIperovskitesXI
NaturedCommunicationsVI2020VI[[VIc[Za 17.4 25

162 refectIchemistryIofI₂iIandIteIimpuritiesIandIaggregatesIinIol]OaXIJournaldofdMaterialsdChemistrydAVI
2014VI]VId[gfWd]Zf 13 24

161 ₂unableItrimershIusingItemperatureIandIpressureItoIcontrolIluminescentIemissionIinIgoldRwSI
pyrazolateWbasedItrimersXIChemistrydsdAdEuropeandJournalVI2014VI]ZVI[dgaaWb] 4.8 23

160 qomputationalIscreeningIofIstructuralIandIcompositionalIfactorsIforIelectricallyIconductiveI
coordinationIpolymersXIPhysicaldChemistrydChemicaldPhysicsVI2014VI[dVI[bbdaWe] 3.6 23

159 ₂hermodynamicIandIelectronicIpropertiesIofItunableIwwâ��−wIandIw−â��−wIsemiconductorIbasedI
metalâ��organicIframeworksIfromIcomputationalIchemistryXIJournaldofdMaterialsdChemistrydCVI2013VI[VIgcW[ZZ7.1 23

158 PbO]hIfromIsemiWmetalItoItransparentIconductingIoxideIbyIdefectIchemistryIcontrolXIChemicald
CommunicationsVI2013VIbgVIbbfWcZ 5.8 23

157 qandidateIphotoferroicIabsorberImaterialsIforIthinWfilmIsolarIcellsIfromInaturallyIoccurringI
mineralshIenargiteVIstephaniteVIandIbournoniteXISustainabledEnergydanddFuelsVI2017VI[VI[aagW[acZ 5.8 23

156 pandIenergyIcontrolIofImolybdenumIoxideIbyIsurfaceIhydrationXIApplieddPhysicsdLettersVI2015VI[ZeVI]a[dZc3.4 23

155 OxidationIofIua hIonIabIinitioIthermodynamicIapproachXIPhysicaldReviewdBVI2013VIffVI 3.3 23

154
₂emperatureWwnducedIzargeIproadeningIandIplueIShiftIinItheIslectronicIpandIStructureIandIOpticalI
obsorptionIofI–ethylammoniumIzeadIwodideIPerovskiteXIJournaldofdPhysicaldChemistrydLettersVI2017
VIfVIae]ZWae]c

6.4 22

153 PotentialIenergyIlandscapesIforIanionItrenkelWpairIformationIinIceriaIandIindiaXISoliddStatedIonicsVI
2011VI[fbVIc]Wcd 3.3 22

152 SynthesisVIcharacterizationVIandIcalculatedIelectronicIstructureIofItheIcrystallineImetalWorganicI
polymersIδvgRSqdvbSSRenSκnIandIδPbRSqdvbSSRdienSκnXIInorganicdChemistryVI2012VIc[VIaeZWd 5.1 21

151 PredictionIonItheIexistenceIandIchemicalIstabilityIofIcuprousIfluorideXIChemicaldScienceVI2012VIaVI]cdc 9.4 21

(2012-2016)

15



150
sffectsIofIreducedIdimensionalityIonItheIelectronicIstructureIandIdefectIchemistryIofI
semiconductingIhybridIorganicâ��inorganicIPbSIsolidsXIProceedingsdofdthedRoyaldSocietydA:d
MathematicalrdPhysicaldanddEngineeringdSciencesVI2011VIbdeVI[geZW[gfc

2.4 21

149 treeIenergyIofIdefectIformationhI₂hermodynamicsIofIanionItrenkelIpairsIinIindiumIoxideXIPhysicald
ReviewdBVI2011VIfaVI 3.3 21

148
oIcomparativeIstudyIofItheIelectronicIstructuresIofISrqu]O]IandIPbqu]O]IbyIdensityIfunctionalI
theoryVIhighIresolutionIXWrayIphotoemissionIandIelectronIparamagneticIresonanceIspectroscopyXI
JournaldofdMaterialsdChemistryVI2008VI[fVI]egf

21

147 oIphotoactiveItitanateIwithIaIstereochemicallyIactiveISnIloneIpairhIslectronicIandIcrystalIstructureI
ofISn]₂iObIfromIcomputationalIchemistryXIJournaldofdSoliddStatedChemistryVI2012VI[gdVI[ceW[dZ 3.3 20

146 SurfaceIstructureIofIwn]OaR[[[SIR[ˆ�[SIdeterminedIbyIdensityIfunctionalItheoryIcalculationsIandIlowI
energyIelectronIdiffractionXISurfacedScienceVI2012VIdZdVI[Wd 1.8 20

145 SymmetryWbreakingWinducedIenhancementIofIvisibleIlightIabsorptionIinIdelafossiteIalloysXIAppliedd
PhysicsdLettersVI2009VIgbVI]c[gZe 3.4 19

144 vydrogenIpondingIversusIsntropyhI×evealingItheI₃nderlyingI₂hermodynamicsIofItheIvybridI
Organicâ��wnorganicIPerovskiteIδqva vaκPbpraXIChemistrydofdMaterialsVI2018VIaZVIfef]Wfeff 9.6 19

143 qationIdisorderIengineeringIyieldsIogpiS]InanocrystalsIwithIenhancedIopticalIabsorptionIforI
efficientIultrathinIsolarIcellsXINaturedPhotonicsVI2022VI[dVI]acW]b[ 33.9 19

142 qhargeWtransferIinteractionsIbetweenIfullerenesIandIaImesoporousItetrathiafulvaleneWbasedI
metalWorganicIframeworkXIBeilsteindJournaldofdNanotechnologyVI2019VI[ZVI[ffaW[fga 3 18

141 onharmonicIlatticeIrelaxationIduringInonradiativeIcarrierIcaptureXIPhysicaldReviewdBVI2019VI[ZZVI 3.3 18

140 wntroducingIkWpointIparallelismIintoI−oSPXIComputerdPhysicsdCommunicationsVI2012VI[faVI[dgdW[eZ[ 4.2 18

139 –icroscopicIoriginIofItheIopticalIprocessesIinIblueIsapphireXIChemicaldCommunicationsVI2013VIbgVIc]cgWd[5.8 18

138 qatalyticIomineIOxidationIunderIombientIoerobicIqonditionshI–imicryIofI–onoamineIOxidaseIpXI
AngewandtedChemieVI2015VI[]eVIg[]cWg[]f 3.6 18

137 ₂heoreticalIstudyIofIstabilityIandIelectronicIstructureIofIziR–gVβnS IalloyshIoIcandidateIforIsolidI
stateIlightingXIPhysicaldReviewdBVI2007VIedVI 3.3 18

136 ×ealisticISurfaceIrescriptionsIofIveterometallicIwnterfaceshI₂heIqaseIofI₂iffqIqoatedIinI obleI
–etalsXIJournaldofdPhysicaldChemistrydLettersVI2016VIeVIbbecWbbf] 6.4 17

135 PredictionIofIR₂iO]SxRqu]OSyIalloysIforIefficientIphotoelectrochemicalIwaterIsplittingXIPhysicald
ChemistrydChemicaldPhysicsVI2013VI[cVI[eefWf[ 3.6 17

134 PolymorphismIofIindiumIoxidehI–aterialsIphysicsIofIorthorhombicIwn]OaXIPhysicaldReviewdBVI2013VI
ffVI 3.3 17

133 qrystalIstructureIandIdefectIreactionsIinItheIkesteriteIsolarIcellIabsorberIqu]βnSnSbIRqβ₂SShI
₂heoreticalIinsightsI2011VI 17

Aron Walsh

16



132 reterminationIofItheIPoissonIratioIofIRZZ[SIandIR[[[SIorientedIthinIfilmsIofIwn]OaIbyI
synchrotronWbasedIxWrayIdiffractionXIPhysicaldReviewdBVI2011VIfbVI 3.3 17

131 ossessingItheIdefectItoleranceIofIkesteriteWinspiredIsolarIabsorbersXIEnergydanddEnvironmentald
ScienceVI2020VI[aVIabfgWacZa 35.4 17

130 rt₂IinvestigationIintoItheIunderperformanceIofIsulfideImaterialsIinIphotovoltaicIapplicationsXI
JournaldofdMaterialsdChemistrydAVI2017VIcVIg[a]Wg[bZ 13 16

129 zivingIinItheIsaltWcocrystalIcontinuumhIindecisiveIorganicIcomplexesIwithIthermochromicIbehaviourXI
CrystEngCommVI2019VI][VI[d]dW[dab 3.3 16

128 wdentificationIofIzoneWPairISurfaceIStatesIonIwndiumIOxideXIJournaldofdPhysicaldChemistrydCVI2019VI
[]aVI[eZZW[eZg 3.8 16

127 zeadWfreeIhalideIdoubleIperovskiteshI₂owardIstableIandIsustainableIoptoelectronicIdevicesXI
MaterialsdTodayVI2021VI 21.8 16

126 qhemicalIbondingIatItheImetalâ��organicIframeworkYmetalIoxideIinterfacehIsimulatedIepitaxialI
growthIofI–OtWcIonIrutileI₂iO]XIJournaldofdMaterialsdChemistrydAVI2017VIcVId]]dWd]a] 13 15

125 ₂heoryIofIionizationIpotentialsIofInonmetallicIsolidsXIPhysicaldReviewdBVI2017VIgcVI 3.3 15

124 zowWdimensionalIformamidiniumIleadIperovskiteIarchitecturesIviaIcontrollableIsolventI
intercalationXIJournaldofdMaterialsdChemistrydCVI2019VIeVIagbcWagc[ 7.1 15

123
veterometallicIperovskiteWtypeImetalWorganicIframeworkIwithIanIammoniumIcationhIstructureVI
phononsVIandIopticalIresponseIofIδ vκ aqrolRvqOOSIRxIkIZVIZXZ]cIandIZXcSXIPhysicaldChemistryd
ChemicaldPhysicsVI2018VI]ZVI]]]fbW]]]gc

3.6 15

122 qrystalIstructureIoptimisationIusingIanIauxiliaryIequationIofIstateXIJournaldofdChemicaldPhysicsVI2015
VI[baVI[fb[Z[ 3.9 15

121 sxcitonWmediatedIoneWphononIresonantI×amanIscatteringIfromIoneWdimensionalIsystemsXIPhysicald
ReviewdBVI2006VIebVI 3.3 15

120 rescriptorsIforIslectronIandIvoleIqhargeIqarriersIinI–etalIOxidesXIJournaldofdPhysicaldChemistryd
LettersVI2020VI[[VIbafWbbb 6.4 15

119 smergingIinorganicIsolarIcellIefficiencyItablesIRversionI]SXIJPhysdEnergyVI2021VIaVIZa]ZZa 4.9 15

118 –odelingIurainIpoundariesIinIPolycrystallineIvalideIPerovskiteISolarIqellsXIAnnualdReviewdofd
CondenseddMatterdPhysicsVI2021VI[]VIgcW[Zg 19.7 15

117 PredictionIofImultibandIluminescenceIdueItoItheIgalliumIvacancyâ��oxygenIdefectIcomplexIinIua XI
ApplieddPhysicsdLettersVI2018VI[[]VI]d][Zb 3.4 15

116 −acuumWannealingIinducesIsubWsurfaceIredoxWstatesIinIsurfactantWstructuredI˛–Wte]OaIphotoanodesI
preparedIbyIinkWjetIprintingXIApplieddCatalysisdB:dEnvironmentalVI2017VI][[VI]fgW]gc 21.8 14

115 otomisticIinsightsIintoItheIorderâ��disorderItransitionIinIqu]βnSnSbIsolarIcellsIfromI–onteIqarloI
simulationsXIJournaldofdMaterialsdChemistrydAVI2019VIeVIa[]Wa][ 13 14

(2019-2011)

17



114 –aterialsIdiscoveryIbyIchemicalIanalogyhIroleIofIoxidationIstatesIinIstructureIpredictionXIFaradayd
DiscussionsVI2018VI][[VIccaWcdf 3.6 14

113 qompositionalIcontrolIofIporeIgeometryIinImultivariateImetalWorganicIframeworkshIanI
experimentalIandIcomputationalIstudyXIDaltondTransactionsVI2016VIbcVIba[dW]d 4.3 14

112 qhemicalI₂rendsIinItheIzatticeI₂hermalIqonductivityIofIziR iVI–nVIqoSO]IR –qSIpatteryIqathodesXI
ChemistrydofdMaterialsVI2020VIa]VIecb]WeccZ 9.6 14

111 tindingIaIjunctionIpartnerIforIcandidateIsolarIcellIabsorbersIenargiteIandIbournoniteIfromI
electronicIbandIandIlatticeImatchingXIJournaldofdApplieddPhysicsVI2019VI[]cVIZcceZa 2.5 13

110 QuantifyingI₂hermalIrisorderIinI–etalWOrganicItrameworkshIzatticeIrynamicsIandI–olecularI
rynamicsISimulationsIofIvybridItormateIPerovskitesXIJournaldofdPhysicaldChemistrydCVI2017VI[][VIb][Wb]g3.8 12

109 vighlyIonisotropicI₂hermalI₂ransportIinIziqoOXIJournaldofdPhysicaldChemistrydLettersVI2019VI[ZVIccc]Wcccd6.4 12

108 snergeticsVIthermalIisomerisationIandIphotochemistryIofItheIlinkageWisomerIsystemI
δ iRstbdienSR˛•]WOVO SR˛•[W O]SκXICrystEngCommVI2015VI[eVIafaWagb 3.3 12

107 veterostructureIsngineeringIofIaI×everseIffaterIuasIShiftIPhotocatalystXIAdvanceddScienceVI2019VIdVI[gZ][eZ13.6 12

106  IincorporationIandIassociatedIlocalizedIvibrationalImodesIinIuaSbXIPhysicaldReviewdBVI2014VIfgVI 3.3 12

105 ₃ltraWthinIoxideIfilmsIforIbandIengineeringhIdesignIprinciplesIandInumericalIexperimentsXIThindSolidd
FilmsVI2014VIccgVIdbWdf 2.2 12

104 qatalysisIinI–OtshIgeneralIdiscussionXIFaradaydDiscussionsVI2017VI]Z[VIadgWagb 3.6 12

103 QuaternaryIsemiconductorsIwithIpositiveIcrystalIfieldIsplittinghIPotentialIhighWefficiencyI
spinWpolarizedIelectronIsourcesXIApplieddPhysicsdLettersVI2009VIgcVIZc][Z] 3.4 12

102 OpposingIeffectsIofIstackingIfaultsIandIantisiteIdomainIboundariesIonItheIconductionIbandIedgeIinI
kesteriteIquaternaryIsemiconductorsXIPhysicaldReviewdMaterialsVI2018VI]VI 3.2 12

101 –odelingItheIdielectricIconstantsIofIcrystalsIusingImachineIlearningXIJournaldofdChemicaldPhysicsVI
2020VI[caVIZ]bcZa 3.9 12

100 ×apidI×ecombinationIbyIqadmiumI−acanciesIinIqd₂eXIACSdEnergydLettersVI2021VIdVI[ag]W[agf 20.1 12

99 occeleratedIoptimizationIofItransparentVIamorphousIzincWtinWoxideIthinIfilmsIforIoptoelectronicI
applicationsXIAPLdMaterialsVI2019VIeVIZ]]cZg 5.7 12

98 OpenWcircuitIvoltageIdeficitIinIqu]βnSnSbIsolarIcellsIbyIinterfaceIbandgapInarrowingXIAppliedd
PhysicsdLettersVI2018VI[[aVI][][Za 3.4 12

97 trontierIOrbitalIsngineeringIofI–etalWOrganicItrameworksIwithIsxtendedIwnorganicIqonnectivityhI
PorousIolkalineWsarthIOxidesXIInorganicdChemistryVI2016VIccVIe]dcWg 5.1 11

Aron Walsh

18



96 ×oleIofIelectronWphononIcouplingIandIthermalIexpansionIonIbandIgapsVIcarrierImobilityVIandI
interfacialIoffsetsIinIkesteriteIthinWfilmIsolarIcellsXIApplieddPhysicsdLettersVI2018VI[[]VI[gagZa 3.4 11

95 StatusIofImaterialsIandIdeviceImodellingIforIkesteriteIsolarIcellsXIJPhysdEnergyVI2019VI[VIZb]ZZb 4.9 11

94 slectronIandIholeIstabilityIinIua IandIβnOXIJournaldofdPhysicsdCondenseddMatterVI2011VI]aVIaab][e 1.8 11

93 sxperimentalIandIdensityWfunctionalIstudyIofItheIelectronicIstructureIofIwnbSnaO[]XIPhysicald
ReviewdBVI2010VIf[VI 3.3 11

92 uiantIvuangW×hysItactorIforIslectronIqaptureIbyItheIwodineIwntersitialIinIPerovskiteISolarIqellsXI
JournaldofdthedAmericandChemicaldSocietyVI2021VI[baVIg[]aWg[]f 16.4 11

91 slectronicIexcitationsIinImolecularIsolidshIbridgingItheoryIandIexperimentXIFaradaydDiscussionsVI
2015VI[eeVI[f[W]Z] 3.6 10

90 S–oq₂hISemiconductingI–aterialsIbyIonalogyIandIqhemicalI₂heoryXIJournaldofdOpendSourced
SoftwareVI2019VIbVI[ad[ 5.2 10

89 slectronicIdefectsIinImetalIoxideIphotocatalystsXINaturedReviewsdMaterialsV 73.3 10

88 remonstrationIofItheIdonorIcharacteristicsIofISiIandIOIdefectsIinIua IusingIhybridIQ–Y––XI
PhysicadStatusdSolididmAndApplicationsdanddMaterialsdScienceVI2017VI][bVI[dZZbbc 1.6 9

87 StabilityIandIflexibilityIofIheterometallicIformateIperovskitesIwithItheIdimethylammoniumIcationhI
pressureWinducedIphaseItransitionsXIPhysicaldChemistrydChemicaldPhysicsVI2019VI][VIb]ZZWb]Zf 3.6 9

86 –agnetoelasticIcouplingIinItheIcobaltIadipateImetalâ��organicIframeworkIfromIquasiWharmonicI
latticeIdynamicsXIJournaldofdMaterialsdChemistrydCVI2015VIaVI[[ZedW[[ZfZ 7.1 9

85 qrystalIsngineeringIofIpi]ffOdItoIPolarIourivilliusWPhaseIOxyhalidesXIJournaldofdPhysicaldChemistrydC
VI2019VI[]aVI]g[ccW]g[d[ 3.8 9

84
PolymorphIengineeringIofIqu–O]IR–IkIolVIuaVIScVIαSIsemiconductorsIforIsolarIenergyIapplicationshI
fromIdelafossiteItoIwurtziteXIActadCrystallographicadSectiondB:dStructuraldSciencerdCrystaldEngineeringd
anddMaterialsVI2015VIe[VIeZ]Wd

1.8 9

83 qompetingIrefectI–echanismsIandIvydrogenIodsorptionIonIziWropedI–gOIzowIwndexISurfaceshIoI
rt₂U₃IStudyXIEsJournaldofdSurfacedSciencedanddNanotechnologyVI2009VIeVIagcWbZb 0.7 9

82 SolidWstateIchemistryIofIglassyIantimonyIoxidesXIJournaldofdMaterialsdChemistrydCVI2015VIaVI[[abgW[[acd 7.1 8

81 vexagonalIStackingItaultsIoctIasIvoleWplockingIzayersIinIzeadIvalideIPerovskitesXIACSdEnergyd
LettersVI2020VIcVI]]a[W]]aa 20.1 8

80 QuickWstartIguideIforIfirstWprinciplesImodellingIofIpointIdefectsIinIcrystallineImaterialsXIJPhysd
EnergyVI2020VI]VIZadZZ[ 4.9 8

79 onalysisIofIelectrostaticIstabilityIandIorderingIinIquaternaryIperovskiteIsolidIsolutionsXIPhysicald
ReviewdBVI2016VIgaVI 3.3 8

(2016-2018)

19



78 StackingWdependentIenergeticsIandIelectronicIstructureIofIultrathinIpolymorphicI−]−waItopologicalI
insulatorInanofilmsXIPhysicaldReviewdBVI2014VIgZVI 3.3 8

77 qarrierqaptureXjlhIonharmonicIqarrierIqaptureXIJournaldofdOpendSourcedSoftwareVI2020VIcVI][Z] 5.2 8

76 snhancedIvisibleIlightIabsorptionIinIlayeredIqspiprIthroughImixedWvalenceISnRiiSYSnRivSIdopingXI
ChemicaldScienceVI2021VI[]VI[bdfdW[bdgg 9.4 8

75 qrystalIstructureIandImetallizationImechanismIofItheIˇ�WradicalImetalXIChemicaldScienceVI2020VI[[VI[[dggW[[eZb9.4 8

74 SuppressionIofIlatticeIthermalIconductivityIbyImassWconservingIcationImutationIinI
multiWcomponentIsemiconductorsXIAPLdMaterialsVI2016VIbVI[ZbfZg 5.7 8

73 viddenIspontaneousIpolarisationIinItheIchalcohalideIphotovoltaicIabsorberISnSbSwXIMaterialsd
HorizonsVI2021VIfVI]eZgW]e[d 14.4 8

72 QuickWstartIguideIforIfirstWprinciplesImodellingIofIsemiconductorIinterfacesXIJPhysdEnergyVI2019VI[VIZ[dZZ[4.9 7

71 ffalshVIraISilvaVIandIffeiI×eplyhXIPhysicaldReviewdLettersVI2009VI[Z]VI 7.4 7

70 –anganeseIPorphyrinIwnterfaceIsngineeringIinIPerovskiteISolarIqellsXIACSdApplieddEnergydMaterialsVI
2020VIaVIeacaWeada 6.1 7

69 PredictionIofIhighIthermoelectricIperformanceIinItheIlowWdimensionalImetalIhalideIqsaqu]wcXINpjd
ComputationaldMaterialsVI2021VIeVI 10.9 7

68 PolymorphismIofItheIazobenzeneIdyeIcompoundImethylIyellowXICrystEngCommVI2016VI[fVIabcdWabd[ 3.3 7

67 ffaterIoxidationIcatalysedIbyIquantumWsizedIpi−ObXIJournaldofdMaterialsdChemistrydAVI2018VIdVI]bgdcW]bgeZ13 7

66 slectroactiveI anoporousI–etalIOxidesIandIqhalcogenidesIbyIqhemicalIresignXIChemistrydofd
MaterialsVI2017VI]gVIaddaWadeZ 9.6 6

65 zatticeWmismatchedIheteroepitaxyIofIw−W−wIthinIfilmsIonIPb₂eRZZ[ShIonIabIinitioIstudyXIPhysicald
ReviewdBVI2015VIg[VI 3.3 6

64 zigandIengineeringIinIquRwwSIpaddleIwheelImetalâ��organicIframeworksIforIenhancedI
semiconductivityXIJournaldofdMaterialsdChemistrydAVI2020VIfVI[a[dZW[a[dc 13 6

63  ewIdirectionsIinIgasIsorptionIandIseparationIwithI–OtshIgeneralIdiscussionXIFaradaydDiscussionsVI
2017VI]Z[VI[ecW[gb 3.6 6

62 OneWdimensionalIembeddedIclusterIapproachItoImodelingIqdSInanowiresXIJournaldofdChemicald
PhysicsVI2013VI[agVI[]b[Z[ 3.9 6

61 resignIofIquaternaryIchalcogenideIphotovoltaicIabsorbersIthroughIcationImutationI2009VI 6

Aron Walsh

20



60 pismuthIropingIoltersIStructuralIPhaseI₂ransitionsIinI–ethylammoniumIzeadI₂ribromideISingleI
qrystalsXIJournaldofdPhysicaldChemistrydLettersVI2021VI[]VI]ebgW]ecc 6.4 6

59 –olecularI–otionIandIrynamicIqrystalIStructuresIofIvybridIvalideIPerovskitesI2016VI[W[e 6

58 wnsightsIintoItheIelectricIdoubleWlayerIcapacitanceIofItwoWdimensionalIelectricallyIconductiveI
metalWorganicIframeworksXIJournaldofdMaterialsdChemistrydAVI2021VIgVI[dZZdW[dZ[c 13 6

57 PhaseIriagramIandIqationIrynamicsIofI–ixedI–o[â��xtoxPbpraIvybridIPerovskitesXIChemistrydofd
MaterialsVI2021VIaaVIcg]dWcgab 9.6 6

56 zowIparrierIforIsxcitonISelfW₂rappingIsnablesIvighIPhotoluminescenceIQuantumIαieldIinIqsquwXI
JournaldofdPhysicaldChemistrydLettersVI2021VI[]VIfbbeWfbc] 6.4 6

55 slectronicVImagneticIandIphotophysicalIpropertiesIofI–OtsIandIqOtshIgeneralIdiscussionXIFaradayd
DiscussionsVI2017VI]Z[VIfeWgg 3.6 5

54 puckeridgeIet´ alXI×eplyXIPhysicaldReviewdLettersVI2015VI[[cVIZ]geZ] 7.4 5

53 oItunableIamorphousIpWtypeIternaryIoxideIsystemhI₂heIhighlyImismatchedIalloyIofIcopperItinIoxideXI
JournaldofdApplieddPhysicsVI2015VI[[fVI[ZceZ] 2.5 5

52 –agneticIpropertiesIofIte]ue–oa iIanIexperimentalIandIcomputationalIstudyXIJournaldofdMaterialsd
ChemistryVI2012VI]]VI[cdZd 5

51 StructuralVIslectronicIandIrefectIPropertiesIofIqu]βnSnRSVSeSbIolloysXIMaterialsdResearchdSocietyd
SymposiadProceedingsVI2011VI[aeZVIcc 5

50 ObservationIofIaIreWentrantIphaseItransitionIinItheImolecularIcomplexI
trisR˛…WaVcWdiisoWpropylW[V]VbWtriazolatoW˛”hStrigoldRwSIunderIhighIpressureXIIUCrJVI2016VIaVIadeWaed 4.7 5

49 osymmetricIcarrierItransportIinIflexibleIinterfaceWtypeImemristorIenablesIartificialIsynapsesIwithI
subWfemtojouleIenergyIconsumptionXINanoscaledHorizonsVI2021VIdVIgfeWgge 10.8 5

48 StabilityIandIelectronicIpropertiesIofIplanarIdefectsIinIquaternaryIw]WwwWw−W−wbIsemiconductorsXI
JournaldofdApplieddPhysicsVI2018VI[]bVI[dceZc 2.5 5

47 SnIcs]IloneIpairsIandItheIelectronicIstructureIofItinIsulphideshIoIphotoreflectanceVIhighWenergyI
photoemissionVIandItheoreticalIinvestigationXIPhysicaldReviewdMaterialsVI2020VIbVI 3.2 4

46 tromIotomsItoIqellshI–ultiscaleI–odelingIofIzi ix–nyqozO]IqathodesIforIziWwonIpatteriesXIACSd
EnergydLettersV[ZfW[]] 20.1 4

45 PassivationIPropertiesIandItormationI–echanismIofIomorphousIvalideIPerovskiteI₂hinItilmsXI
AdvanceddFunctionaldMaterialsVI2021VIa[VI]Z[ZaaZ 15.6 4

44 SolventIengineeredIsynthesisIofIlayeredISnOIforIhighWperformanceIanodesXINpjdyDdMaterialsdandd
ApplicationsVI2021VIcVI 8.8 4

43 onI₃nusualIPhaseI₂ransitionIrrivenIbyI−ibrationalIsntropyIqhangesIinIaIvybridIOrganicâ��wnorganicI
PerovskiteXIAngewandtedChemieVI2018VI[aZVIgZeZWgZeb 3.6 4

(2018-2021)

21



42 svolutionaryIexplorationIofIpolytypismIinIleadIhalideIperovskitesXIChemicaldScienceVI2021VI[]VI[][dcW[][ea9.4 4

41 qolloidalInanoW–OtsInucleateIandIstabilizeIultraWsmallIquantumIdotsIofIleadIbromideIperovskitesXI
ChemicaldScienceVI2021VI[]VId[]gWd[ac 9.4 4

40 snergyIqonversionhISolidIOxideItuelIqellshItirstWPrinciplesI–odelingIofIslementaryIProcesses[bgW[fd 4

39 qorrectionhIoIuniversalIchemicalIpotentialIforIsulfurIvapoursXIChemicaldScienceVI2016VIeVIdceb 9.4 3

38 qomputationalI₂echniquesI2013VI[W]f 3

37 –OtsImodelingIandItheoryhIgeneralIdiscussionXIFaradaydDiscussionsVI2017VI]Z[VI]aaW]bc 3.6 3

36 onharmonicIOriginIofIuiantI₂hermalIrisplacementsIinItheI–etalâ��OrganicItrameworkI₃iOWdeXI
JournaldofdPhysicaldChemistrydCVI2017VI[][VI]]Z[ZW]]Z[b 3.8 3

35 relafossiteWalloyIphotoelectrodesIforIPsqIhydrogenIproductionhIaIdensityIfunctionalItheoryIstudyI
2010VI 3

34 zowWcostIdescriptorsIofIelectrostaticIandIelectronicIcontributionsItoIanionIredoxIactivityIinI
batteriesXIIOPdSciNotesVI2020VI[VIZ]bfZc 1.2 3

33 onisotropicIslectronI₂ransportIzimitsIPerformanceIofIpi]ffOdIPhotoanodesXIJournaldofdPhysicald
ChemistrydCVI2020VI[]bVI[ffcgW[ffde 3.8 3

32 –agneticIcouplingIinIaIhybridI–nRiiSIacetyleneIdicarboxylateXIPhysicaldChemistrydChemicaldPhysicsVI
2016VI[fVIaaa]gWaaaab 3.6 3

31 zoneIpairIdrivenIanisotropyIinIantimonyIchalcogenideIsemiconductorsXXIPhysicaldChemistrydChemicald
PhysicsVI2022VI 3.6 3

30 PolymorphIexplorationIofIbismuthIstannateIusingIfirstWprinciplesIphononImodeImappingXXIChemicald
ScienceVI2020VI[[VIegZbWegZg 9.4 2

29 ₂hereIandIbackIagainhIpolytypismIandIhighWpressureIreWentrantIbehaviourIinIaIgoldRwSItrimerXIActad
CrystallographicadSectiondA:dFoundationsdanddAdvancesVI2013VIdgVIs]Z[Ws]Z[ 2

28 PushingItheIboundariesIofIlithiumIbatteryIresearchIwithIatomisticImodellingIonIdiï‹�erentIscalesXI
ProgressdindEnergyV 7.7 2

27 otomisticImodelsIofImetalIhalideIperovskitesXIMatterVI2021VIbVIafdeWafea 12.7 2

26 ₂heIvoleyIurailIofI₂ransparentIslectronicsXIMatterVI2020VIaVIdZbWdZd 12.7 2

25 –ultiWphononIprotonItransferIpathwayIinIaImolecularIorganicIferroelectricIcrystalXIPhysicald
ChemistrydChemicaldPhysicsVI2021VI]aVI]ffcW]fgZ 3.6 2

Aron Walsh

22



24 PrefaceIforISpecialI₂opichIsarthIabundantImaterialsIinIsolarIcellsXIAPLdMaterialsVI2018VIdVIZfbbZ[ 5.7 2

23 snergyIqonversionhISolidWStateIzighting]a[W]cg 2

22 wnterfacialIripoleIzayerIsnablesIvighWPerformanceIveterojunctionsIforIPhotoelectrochemicalI
ffaterISplittingXIACSdEnergydLettersVI2022VIeVI[ag]W[bZ] 20.1 2

21 –ixedWrimensionalItormamidiniumIpismuthIwodidesIteaturingIwnWSituItormedI₂ypeWwIpandI
StructureIforIqonvolutionI euralI etworksXXIAdvanceddScienceVI2022VIe]]ZZ[df 13.6 2

20 –achineIlearnedIcalibrationsItoIhighWthroughputImolecularIexcitedIstateIcalculationsXXIJournaldofd
ChemicaldPhysicsVI2022VI[cdVI[ab[[d 3.9 2

19 snergyIuenerationhISolarIsnergyI2013VI]gWdg 1

18 tillingItheIgreenIgaphIoIfirstWprinciplesIstudyIofItheIzi–g[Wxβnx IalloyXIPhysicadStatusdSolididC:d
CurrentdTopicsdindSoliddStatedPhysicsVI2008VIcVI]a]dW]a]f 1

17 preakingItheIoristotypehIteaturizationIofIPolyhedralIristortionsIinIPerovskiteIqrystalsXIChemistrydofd
MaterialsVI2022VIabVIcd]Wcea 9.6 1

16 ×oleIofIripplesIinIalteringItheIelectronicIandIchemicalIpropertiesIofIgrapheneXXIJournaldofdChemicald
PhysicsVI2022VI[cdVIZcbeZf 3.9 1

15 SelfWtrappingIinIbismuthWbasedIsemiconductorshIOpportunitiesIandIchallengesIfromIoptoelectronicI
devicesItoIquantumItechnologiesXIApplieddPhysicsdLettersVI2021VI[[gVI]]ZcZ[ 3.4 1

14 onharmonicIlatticeIdynamicsIofIsuperionicIlithiumInitrideXIJournaldofdMaterialsdChemistrydAV 13 1

13 qhapterIdhqomputationalIresignIofIPhotovoltaicI–aterialsI2018VI[edW[ge 1

12 snergyIqonversionhIveterogeneousIqatalysis[feW]]g 1

11 oIdensityIfunctionalItheoryIstudyIonItheIinterfaceIstabilityIbetweenIqsPbpraIandIquwXIAIPdAdvancesVI
2020VI[ZVIZfcZ]a 1.5 1

10 obIinitioIcalculationIofItheIdetailedIbalanceIlimitItoItheIphotovoltaicIefficiencyIofIsingleIpWnI
junctionIkesteriteIsolarIcellsXIApplieddPhysicsdLettersVI2021VI[[fVI]bagZc 3.4 1

9 qO]IPhotoreductionhIveterostructureIsngineeringIofIaI×everseIffaterIuasIShiftIPhotocatalystI
RodvXISciXI]]Y]Z[gSXIAdvanceddScienceVI2019VIdVI[geZ[ab 13.6 1

8 piSbffOdhIPropertiesIofIaImixedIcsYdsIloneWpairWelectronIsystemXIChemicaldPhysicsVI2021VIcbbVI[[[[[e 2.3 0

7 ossessmentIofIinterstitialIpotentialsIforIrapidIpredictionIofIabsoluteIbandIenergiesIinIcrystalsXI
JournaldofdChemicaldPhysicsVI2021VI[ccVIZ]b[[a 3.9 0

(2021-2018)

23



6 snvironmentalIStabilityIofIqrystalshIoIureedyIScreeningXXIChemistrydofdMaterialsVI2022VIabVI]cbcW]cc] 9.6 0

5 snergyIStoragehI×echargeableIzithiumIpatteriesI2013VI[ZgW[]g

4 snergyIStoragehIvydrogenI2013VI[a[W[bf

3 ₂owardItheI anoscaleI2013VI]d[W]gb

2 snergyIuenerationhI uclearIsnergye[W[Ze

1 vighIPowerIwrradianceIrependenceIofIqhargeISpeciesIrynamicsIinIvybridIPerovskitesIandIyineticI
svidenceIforI₂ransientI−ibrationalIStarkIsffectIinItormamidiniumXINanomaterialsVI2022VI[]VI[d[d 5.4

Aron Walsh

24


