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49 LoneNpairNdrivenNanisotropyNinNantimonyNchalcogenideNsemiconductorseeNPhysicalsChemistrysChemicals
PhysicscN2022cN 3.6 3

48 EfficientNcalculationNofNcarrierNscatteringNratesNfromNfirstNprincipleseNNaturesCommunicationscN2021cN
hicNiiii 17.4 44

47 CompromiseNbetweenNbandNstructureNandNphononNscatteringNinNefficientNndMgkSbidxBixN
thermoelectricseNMaterialssTodaysPhysicscN2021cNhpcNhggkni 8 15

46 ExperimentalNvalidationNofNhighNthermoelectricNperformanceNinNRECuZnPNpredictedNbyN
highdthroughputNDFTNcalculationseNMaterialssHorizonscN2021cNpcNigrdihm 14.4 12

45 BenchmarkingNCoordinationNNumberNPredictionN–lgorithmsNonNInorganicNCrystalNStructureseN
InorganicsChemistrycN2021cNngcNhmrgdhngk 5.1 7

44 IFermisN–NpythonNlibraryNforNFermiNsurfaceNgenerationNandNanalysiseNJournalsofsOpensSourcesSoftwarecN
2021cNncNkgpr 5.2 7

43 BaBiiOnsN–NPromisingNndTypeNThermoelectricNOxideNwithNtheNPbSbiOnNCrystalNStructureeNChemistrys
ofsMaterialscN2021cNkkcNollhdolmn 9.6 2

42 ComputationalNdiscoveryNofNpromisingNnewNndtypeNdopableN–BXNZintlNthermoelectricNmaterialseN
MaterialssHorizonscN2020cNocNhpgrdhphp 14.4 14

41 –ssessingNtheNlimitationsNofNtransparentNconductingNoxidesNasNthermoelectricseNJournalsofsMaterialss
ChemistrysAcN2020cNpcNhhrlpdhhrmo 13 9

40 TransitionNMetalNMigrationNCanNFacilitateNIonicNDiffusionNinNDefectNGarnetdBasedNIntercalationN
ElectrodeseNACSsEnergysLetterscN2020cNmcNhllpdhlmm 20.1 3

39 ReviewsNBismuthdBasedNPhotovoltaicseNSpringersThesescN2020cNhgrdhhn 0.1

38 VacancydOrderedNDoubleNPerovskiteseNSpringersThesescN2020cNpodhgn 0.1

37 PseudohalideNPerovskiteN–bsorberseNSpringersThesescN2020cNnmdpm 0.1

36 ReviewsNPerovskiteNPhotovoltaicseNSpringersThesescN2020cNmkdnk 0.1

35 PhotovoltaicseNSpringersThesescN2020cNkdig 0.1

34 BismuthNChalcoiodideseNSpringersThesescN2020cNhhodhkp 0.1

33 EnumerationNasNaNToolNforNStructureNSolutionsN–NMaterialsNGenomicN–pproachNtoNSolvingNtheN
CationdOrderedNStructureNofNNakViXPOlZiFkeNChemistrysofsMaterialscN2020cNkicNprphdprri 9.6 7
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32 BenchmarkingNmaterialsNpropertyNpredictionNmethodssNtheNMatbenchNtestNsetNandN–utomatminerN
referenceNalgorithmeNNpjsComputationalsMaterialscN2020cNncN 10.9 25

31 HighNThermoelectricNPerformanceNandNDefectNEnergeticsNofNMultipocketedNFullNHeuslerN
CompoundseNPhysicalsReviewsAppliedcN2020cNhlcN 4.3 6

30 PerspectivesNandNDesignNPrinciplesNofNVacancydOrderedNDoubleNPerovskiteNHalideNSemiconductorseN
ChemistrysofsMaterialscN2019cNkhcNhhpldhhrm 9.6 89

29 TwoddimensionalNeclipsedNarrangementNhybridNperovskitesNforNtunableNenergyNlevelNalignmentsNandN
photovoltaicseNJournalsofsMaterialssChemistrysCcN2019cNocNmhkrdmhlo 7.1 14

28
InfluenceNofNOneNSpecificNCarbonâ��CarbonNBondNonNtheNQualitycNStabilitycNandNPhotovoltaicN
PerformanceNofNHybridNOrganicâ��InorganicNBismuthNIodideNMaterialseNACSsAppliedsEnergysMaterialscN
2019cNicNhmordhmpo

6.1 4

27 ExploitingNExciteddStateN–romaticityNToNDesignNHighlyNStableNSingletNFissionNMaterialseNJournalsofs
thesAmericansChemicalsSocietycN2019cNhlhcNhkpnodhkpon 16.4 55

26 RobocrystallographersNautomatedNcrystalNstructureNtextNdescriptionsNandNanalysiseNMRSs
CommunicationscN2019cNrcNpoldpph 2.7 11

25 –nionNDistributioncNStructuralNDistortioncNandNSymmetrydDrivenNOpticalNBandNGapNBowingNinNMixedN
HalideNCsSnXNVacancyNOrderedNDoubleNPerovskiteseNChemistrysofsMaterialscN2019cNkhcNrlkgdrlll 9.6 32

24 InsightsNintoNtheNelectronicNstructureNofNOsOiNusingNsoftNandNhardNxdrayNphotoelectronNspectroscopyN
inNcombinationNwithNdensityNfunctionalNtheoryeNPhysicalsReviewsMaterialscN2019cNkcN 3.2 7

23 LocalNcorrugationNandNpersistentNchargeNdensityNwaveNinNZrTekNwithNNiNintercalationeNPhysicalsReviews
BcN2018cNrocN 3.3 12

22 FirstdprinciplesNinsightsNintoNtindbasedNtwoddimensionalNhybridNhalideNperovskitesNforNphotovoltaicseN
JournalsofsMaterialssChemistrysAcN2018cNncNmnmidmnng 13 50

21 sumosNCommanddlineNtoolsNforNplottingNandNanalysisNofNperiodicNabNinitioNcalculationseNJournalsofs
OpensSourcesSoftwarecN2018cNkcNoho 5.2 127

20 GaloresNBroadeningNandNweightingNforNsimulationNofNphotoelectronNspectroscopyeNJournalsofsOpens
SourcesSoftwarecN2018cNkcNook 5.2 25

19 –nharmonicityNandNOctahedralNTiltingNinNHybridNVacancydOrderedNDoubleNPerovskiteseNChemistrysofs
MaterialscN2018cNkgcNloidlpk 9.6 70

18 CorrelatedNPolyhedralNRotationsNinNtheN–bsenceNofNPolaronsNduringNElectrochemicalNInsertionNofN
LithiumNinNReOkeNACSsEnergysLetterscN2018cNkcNimhkdimhr 20.1 23

17 ToleranceNFactorNandNCooperativeNTiltingNEffectsNinNVacancydOrderedNDoubleNPerovskiteNHalideseN
ChemistrysofsMaterialscN2018cNkgcNkrgrdkrhr 9.6 63

16 DefectNEngineeringNofNEarthd–bundantNSolarN–bsorbersNBiSINandNBiSeIeNChemistrysofsMaterialscN2018cN
kgcNkpiodkpkm 9.6 39

15 ExploringNtheNPbSâ��BiiSkNSeriesNforNNextNGenerationNEnergyNConversionNMaterialseNChemistrysofs
MaterialscN2017cNircNmhmndmhno 9.6 24
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14 ElectroactiveNNanoporousNMetalNOxidesNandNChalcogenidesNbyNChemicalNDesigneNChemistrysofs
MaterialscN2017cNircNknnkdknog 9.6 6

13 ElectronicNandNdefectNpropertiesNofNXCHkNHkZiPbXSCNZiIiNanaloguesNforNphotovoltaicNapplicationseN
JournalsofsMaterialssChemistrysAcN2017cNmcNoplmdopmk 13 37

12 NarrowdbandNanisotropicNelectronicNstructureNofNReSieNPhysicalsReviewsBcN2017cNrncN 3.3 33

11 StabilityNofNtheNMiNphaseNofNvanadiumNdioxideNinducedNbyNcoherentNepitaxialNstraineNPhysicalsReviews
BcN2016cNrlcN 3.3 51

10 –nNassessmentNofNsilverNcopperNsulfidesNforNphotovoltaicNapplicationssNtheoreticalNandNexperimentalN
insightseNJournalsofsMaterialssChemistrysAcN2016cNlcNhinlpdhinmo 13 32

9 ProbingNtheNchemicalNstructureNofNmonolayerNcovalentdorganicNframeworksNgrownNviaNSchiffdbaseN
condensationNreactionseNChemicalsCommunicationscN2016cNmicNrrlhdl 5.8 53

8 DefectNToleranceNtoNIntoleranceNinNtheNVacancydOrderedNDoubleNPerovskiteNSemiconductorsN
CsiSnInNandNCsiTeIneNJournalsofsthesAmericansChemicalsSocietycN2016cNhkpcNplmkdnl 16.4 264

7 RelativisticNelectronicNstructureNandNbandNalignmentNofNBiSINandNBiSeIsNcandidateNphotovoltaicN
materialseNJournalsofsMaterialssChemistrysAcN2016cNlcNigngdignp 13 97

6 BandNgapNandNworkNfunctionNtailoringNofNSnOiNforNimprovedNtransparentNconductingNabilityNinN
photovoltaicseNJournalsofsMaterialssChemistrysCcN2016cNlcNhlnodhlom 7.1 141

5 InterplayNofNOrbitalNandNRelativisticNEffectsNinNBismuthNOxyhalidessNBiOFcNBiOClcNBiOBrcNandNBiOIeN
ChemistrysofsMaterialscN2016cNipcNhrpgdhrpl 9.6 225

4 HybridNOrganicdInorganicNCoordinationNComplexesNasNTunableNOpticalNResponseNMaterialseNInorganics
ChemistrycN2016cNmmcNkkrkdlgg 5.1 23

3 BeyondNmethylammoniumNleadNiodidesNprospectsNforNtheNemergentNfieldNofNnsNcontainingNsolarN
absorberseNChemicalsCommunicationscN2016cNmkcNigdll 5.8 280

2 XCHkNHkZiPbXSCNZiIisNaNmoreNstableNstructuralNmotifNforNhybridNhalideNphotovoltaicsxeNJournalsofs
PhysicalsChemistrysLetterscN2015cNncNlmrldp 6.4 100

1 –ntiferromagnetismNatNTwmggKNinNtheNlayeredNhexagonalNruthenateNSrRuiOneNPhysicalsReviewsBcN
2015cNricN 3.3 38
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