
Volker Blum

ListjofjPublicationsjbyjCitations

Source:jhttps://exaly.com/authorypdf/1754103/volkeryblumypublicationsybyycitations.pdf

Version:j2024y04y25j

Thisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexaly.com.jForj

thejlatestjversionjofjthisjpublicationjlistxjvisitjthejlinkjgivenjabove.

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalxjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticle.

109
papers

8,648
citations

46
h-index

92
g-index

120
ext. papers

10,331
ext. citations

7
avg, IF

5.98
L-index



m Paper IF Citations

109 rbHinitioHmolecularHsimulationsHwithHnumericHatomVcenteredHorbitalsWHComputeriPhysicsi
CommunicationsUH2009UHah^UHbageVbaif 4.2 1637

108 ReproducibilityHinHdensityHfunctionalHtheoryHcalculationsHofHsolidsWHScienceUH2016UHceaUHaadc^^^ 33.3 784

107 RationalHdesignHofHcarbonHnitrideHphotocatalystsHbyHidentificationHofHcyanamideHdefectsHasH
catalyticallyHrelevantHsitesWHNatureiCommunicationsUH2016UHgUHabafe 17.4 417

106 ResolutionVofVidentityHapproachHtoHyartreeâ��wockUHhybridHdensityHfunctionalsUHR√rUH°√bHandxWwithH
numericHatomVcenteredHorbitalHbasisHfunctionsWHNewiJournaliofiPhysicsUH2012UHadUH^ec^b^ 2.9 411

105 vfficientH−Q×RHintegrationHforHallVelectronHelectronicHstructureHcalculationHusingHnumericHbasisH
functionsWHJournaliofiComputationaliPhysicsUH2009UHbbhUHhcfgVhcgi 4.1 342

104 ¯owVmolecularVweightHcarbonHnitridesHforHsolarHhydrogenHevolutionWHJournaliofitheiAmericani
ChemicaliSocietyUH2015UHacgUHa^fdVgb 16.4 267

103 vvolutionaryHapproachHforHdeterminingHfirstVprinciplesHhamiltoniansWHNatureiMaterialsUH2005UHdUHciaVd 27 249

102 uwTsTUHaHsoftwareHpackageHforHefficientHapproximateHdensityHfunctionalHtheoryHbasedHatomisticH
simulationsWHJournaliofiChemicaliPhysicsUH2020UHaebUHabda^a 3.9 210

101 TheH√dQRâ��Rbg´°V−HsurfaceHoxideHrevisitedWHSurfaceiScienceUH2003UHedaUHa^aVaab 1.8 185

100 UreaV°odifiedHtarbonH×itrideskHvnhancingH√hotocatalyticHyydrogenHvvolutionHbyHRationalHuefectH
vngineeringWHAdvancediEnergyiMaterialsUH2017UHgUHaf^bbea 21.8 174

99 uirectHandHcostVefficientHhyperpolarizationHofHlongVlivedHnuclearHspinHstatesHonHuniversalH
QaeR×bVdiazirineHmolecularHtagsWHScienceiAdvancesUH2016UHbUHeae^adch 14.3 167

98 °olecularHengineeringHofHorganicVinorganicHhybridHperovskitesHquantumHwellsWHNatureiChemistryUH
2019UHaaUHaaeaVaaeg 17.6 160

97 √arallelHsolutionHofHpartialHsymmetricHeigenvalueHproblemsHfromHelectronicHstructureHcalculationsWH
ParalleliComputingUH2011UHcgUHghcVgid 1 124

96 TheHv¯√rHlibrarykHscalableHparallelHeigenvalueHsolutionsHforHelectronicHstructureHtheoryHandH
computationalHscienceWHJournaliofiPhysicsiCondensediMatterUH2014UHbfUHbacb^a 1.8 116

95 UsingHgeneticHalgorithmsHtoHmapHfirstVprinciplesHresultsHtoHmodelHyamiltonianskHrpplicationHtoHtheH
generalizedHzsingHmodelHforHalloysWHPhysicaliReviewiBUH2005UHgbUH 3.3 115

94 wastH¯vvuHintensityHcalculationsHforHsurfaceHcrystallographyHusingHTensorH¯vvuWHComputeriPhysicsi
CommunicationsUH2001UHacdUHcibVdbe 4.2 109

93 satubSnQSUSeRdkHvarthVrbundantHthalcogenidesHforHThinVwilmH√hotovoltaicsWHChemistryiofiMaterialsUH
2016UHbhUHdggaVdgh^ 9.6 101
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92 zsomerVselectiveHdetectionHofHhydrogenVbondHvibrationsHinHtheHprotonatedHwaterHhexamerWHJournali
ofitheiAmericaniChemicaliSocietyUH2013UHaceUHhbffVgc 16.4 101

91 uirectVsandgapHbuHSilverVsismuthHzodideHuoubleH√erovskitekHTheHStructureVuirectingHznfluenceHofH
anH−ligothiopheneHSpacerHtationWHJournaliofitheiAmericaniChemicaliSocietyUH2019UHadaUHgieeVgifd 16.4 100

90 UnravelingHtheHstabilityHofHpolypeptideHheliceskHcriticalHroleHofHvanHderHWaalsHinteractionsWHPhysicali
ReviewiLettersUH2011UHa^fUHaaha^b 7.4 90

89 TheHsurfaceHoxidekHrH¯vvuUHuwTHandHST°HstudyWHSurfaceiScienceUH2007UHf^aUHaegdVaeha 1.8 90

88 yybridHfunctionalsHforHlargeHperiodicHsystemsHinHanHallVelectronUHnumericHatomVcenteredHbasisH
frameworkWHComputeriPhysicsiCommunicationsUH2015UHaibUHf^Vfi 4.2 89

87 varthVrbundantHthalcogenideH√hotovoltaicHuevicesHwithHoverHeNHvfficiencyHsasedHonHaHtuH
saSnQSUSeRHrbsorberWHAdvancediMaterialsUH2017UHbiUHaf^fide 24 85

86 °ixedVbasisHclusterHexpansionHforHthermodynamicsHofHbccHalloysWHPhysicaliReviewiBUH2004UHg^UH 3.3 82

85 yighlyHuistortedHthiralHTwoVuimensionalHTinHzodideH√erovskitesHforHSpinH√olarizedHthargeH
TransportWHJournaliofitheiAmericaniChemicaliSocietyUH2020UHadbUHac^c^Vac^d^ 16.4 79

84 rccuracyHofHfirstVprinciplesHlateralHinteractionskH−xygenHatH√dQa^^RWHPhysicaliReviewiBUH2007UHgeUH 3.3 77

83 SecondaryHStructureHofHrcVrlanV¯ysyTH√olyalanineH√eptidesHQnHnHeUa^UaeRHinHVacuokHyelicalHorH×otpWH
JournaliofiPhysicaliChemistryiLettersUH2010UHaUHcdfeVcdg^ 6.4 72

82 SiestakHRecentHdevelopmentsHandHapplicationsWHJournaliofiChemicaliPhysicsUH2020UHaebUHb^da^h 3.9 69

81 zbâ��zzâ��zVâ��VzdQzHnHtuUHrglHzzHnHSrUHsalHzVHnHxeUHSnlHVzHnHSUHSeRkHthalcogenidesHforHThinVwilmH√hotovoltaicsWH
ChemistryiofiMaterialsUH2017UHbiUHghfhVghgi 9.6 67

80 √redictionHofHunusualHstableHorderedHstructuresHofHruV√dHalloysHviaHaHfirstVprinciplesHclusterH
expansionWHPhysicaliReviewiBUH2006UHgdUH 3.3 66

79 rccurateHlocalizedHresolutionHofHidentityHapproachHforHlinearVscalingHhybridHdensityHfunctionalsHandH
forHmanyVbodyHperturbationHtheoryWHNewiJournaliofiPhysicsUH2015UHagUH^ic^b^ 2.9 65

78 ×umericHatomVcenteredVorbitalHbasisHsetsHwithHvalenceVcorrelationHconsistencyHfromHyHtoHrrWHNewi
JournaliofiPhysicsUH2013UHaeUHabc^cc 2.9 65

77 TrappingHleadHinHperovskiteHsolarHmodulesHwithHabundantHandHlowVcostHcationVexchangeHresinsWH
NatureiEnergyUH2020UHeUHa^^cVa^aa 62.3 65

76 −rganicVtoVinorganicHstructuralHchiralityHtransferHinHaHbuHhybridHperovskiteHandHimpactHonH
RashbaVuresselhausHspinVorbitHcouplingWHNatureiCommunicationsUH2020UHaaUHdfii 17.4 65

75 TunableHSemiconductorskHtontrolHoverHtarrierHStatesHandHvxcitationsHinH¯ayeredHyybridH
−rganicVznorganicH√erovskitesWHPhysicaliReviewiLettersUH2018UHabaUHadfd^a 7.4 65
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74 wirstV√rinciplesH°olecularHStructureHSearchHwithHaHxeneticHrlgorithmWHJournaliofiChemicali
InformationiandiModelingUH2015UHeeUHbcchVdh 6.1 61

73 TheHvlephantHinHtheHRoomHofHuensityHwunctionalHTheoryHtalculationsWHJournaliofiPhysicaliChemistryi
LettersUH2017UHhUHaddiVadeg 6.4 60

72 rpproachingHtrulyHfreestandingHgraphenekHtheHstructureHofHhydrogenVintercalatedHgrapheneHonH
fyVSitQ^^^aRWHPhysicaliReviewiLettersUH2015UHaadUHa^fh^d 7.4 59

71 rllVelectronHformalismHforHtotalHenergyHstrainHderivativesHandHstressHtensorHcomponentsHforHnumericH
atomVcenteredHorbitalsWHComputeriPhysicsiCommunicationsUH2015UHai^UHccVe^ 4.2 58

70 weHthinVfilmHgrowthHonHruQa^^RkHrHselfVsurfactantHeffectHandHitsHlimitationsWHPhysicaliReviewiBUH1999UH
eiUHaeiffVaeigd 3.3 58

69 ¯ongV¯ivedHtH×uclearHSpinHStatesHyyperpolarizedHbyH√arahydrogenHinHReversibleHvxchangeHatH
°icroteslaHwieldsWHJournaliofiPhysicaliChemistryiLettersUH2017UHhUHc^^hVc^ad 6.4 55

68 StructuralHcomplexityHinHbinaryHbccHgroundHstateskHTheHcaseHofHbccH°oVTaWHPhysicaliReviewiBUH2004UH
fiUH 3.3 53

67 −neVhundredVthreeHcompoundHbandVstructureHbenchmarkHofHpostVselfVconsistentHspinVorbitH
couplingHtreatmentsHinHdensityHfunctionalHtheoryWHPhysicaliReviewiMaterialsUH2017UHaUH 3.2 52

66 √redictionHofHorderedHstructuresHinHtheHbccHbinaryHsystemsHofH°oUH×bUHTaUHandHWHfromHfirstVprinciplesH
searchHofHapproximatelyHcU^^^U^^^HpossibleHconfigurationsWHPhysicaliReviewiBUH2005UHgbUH 3.3 47

65 ¯argeVscaleHsurfaceHreconstructionHenergeticsHofH√tQa^^RHandHruQa^^RHbyHallVelectronHdensityH
functionalHtheoryWHPhysicaliReviewiBUH2010UHhbUH 3.3 46

64 wirstVprinciplesHdeterminationHofHlowVtemperatureHorderHandHgroundHstatesHofHweV×iUHweV√dUHandH
weV√tWHPhysicaliReviewiBUH2009UHh^UH 3.3 46

63 v¯SzkHrHunifiedHsoftwareHinterfaceHforH—ohnâ��ShamHelectronicHstructureHsolversWHComputeriPhysicsi
CommunicationsUH2018UHbbbUHbfgVbhe 4.2 43

62
vxploringHtheHconformationalHpreferencesHofHb^VresidueHpeptidesHinHisolationkHrcVrlaaiV¯ysHTH
yQTRvsWHrcV¯ysVrlaaiHTHyQTRHandHtheHcurrentHreachHofHuwTWHPhysicaliChemistryiChemicaliPhysicsUH2015UH
agUHgcgcVhe

3.6 42

61 SegregationHinHstronglyHorderingHcompoundskHaHkeyHroleHofHconstitutionalHdefectsWHPhysicaliReviewi
LettersUH2002UHhiUHbffa^b 7.4 41

60 zsomerismHandHstructuralHfluxionalityHinHtheHrubfHandHrubfQVRHnanoclustersWHACSiNanoUH2014UHhUHgdacVbb 16.7 40

59 StructureHofHtheHcQbˆ�bRVsrX√tQaa^RHsurfaceWHPhysicaliReviewiBUH2002UHfeUH 3.3 40

58 wirstVprinciplesHdataHsetHofHdeUhibHisolatedHandHcationVcoordinatedHconformersHofHb^HproteinogenicH
aminoHacidsWHScientificiDataUH2016UHcUHaf^^^i 8.2 39

57 ThermodynamicHvquilibriaHinHtarbonH×itrideH√hotocatalystH°aterialsHandHtonditionsHforHtheH
vxistenceHofHxraphiticHtarbonH×itrideHgVtc×dWHChemistryiofiMaterialsUH2017UHbiUHdddeVddec 9.6 38
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56 ValidationHchallengeHofHdensityVfunctionalHtheoryHforHpeptidesVexampleHofHrcV√heVrlaeV¯ysyQTRWH
JournaliofiPhysicaliChemistryiAUH2014UHaahUHgcdiVei 2.8 38

55 SegregationHphenomenaHonHsurfacesHofHtheHorderedHbimetallicHalloyHwerlWHSurfaceiScienceUH1998UH
dabVdacUHfiVha 1.8 38

54 TheHroleHofHanHenergyVdependentHinnerHpotentialHinHquantitativeHlowVenergyHelectronHdiffractionWH
SurfaceiScienceUH2000UHdehUHaeeVafa 1.8 35

53
TunableHinternalHquantumHwellHalignmentHinHrationallyHdesignedHoligomerVbasedHperovskiteHfilmsH
depositedHbyHresonantHinfraredHmatrixVassistedHpulsedHlaserHevaporationWHMaterialsiHorizonsUH2019UH
fUHag^gVagaf

14.4 34

52 vmbeddedVclusterHcalculationsHinHaHnumericHatomicHorbitalHdensityVfunctionalHtheoryHframeworkWH
JournaliofiChemicaliPhysicsUH2014UHadaUH^bda^e 3.9 33

51 ThermodynamicHequilibriumHconditionsHofHgrapheneHfilmsHonHSitWHPhysicaliReviewiLettersUH2013UHaaaUH^fee^b7.4 32

50 yowHcationsHchangeHpeptideHstructureWHChemistryiziAiEuropeaniJournalUH2013UHaiUHaabbdVcd 4.8 32

49 zmpactHofHvibrationalHentropyHonHtheHstabilityHofHunsolvatedHpeptideHhelicesHwithHincreasingHlengthWH
JournaliofiPhysicaliChemistryiBUH2013UHaagUHeegdVhd 3.4 28

48 −RuvRvuHr×uHuzS−RuvRvuHRz√√¯z×xHz×HTyvHtorlQaa^RVQaˆ�aRHSURwrtvWHSurfaceiReviewiandi
LettersUH1996UH^cUHad^iVadae 1.1 26

47 ¯engthHdependenceHofHionizationHpotentialsHofHtransacetyleneskHznternallyHconsistentHuwTXxWH
approachWHPhysicaliReviewiBUH2015UHibUH 3.3 25

46 SegregationHandHorderingHatHweaâ��xrlxQa^^RHsurfacesHâ��HaHmodelHcaseHforHbinaryHalloysWHSurfacei
ScienceUH2001UHdgdUHhaVig 1.8 25

45 vfficientHzmplicitHSolvationH°ethodHforHwullH√otentialHuwTWHJournaliofiChemicaliTheoryiandi
ComputationUH2017UHacUHeehbVef^c 6.4 24

44 tandidateHphotoferroicHabsorberHmaterialsHforHthinVfilmHsolarHcellsHfromHnaturallyHoccurringH
mineralskHenargiteUHstephaniteUHandHbournoniteWHSustainableiEnergyiandiFuelsUH2017UHaUHacciVace^ 5.8 23

43 rllVelectronHabHinitioHsetheVSalpeterHequationHapproachHtoHneutralHexcitationsHinHmoleculesHwithH
numericHatomVcenteredHorbitalsWHJournaliofiChemicaliPhysicsUH2020UHaebUH^dda^e 3.9 22

42 tompetitiveHsurfaceHsegregationHofHtUHrlHandHSHimpuritiesHinHweQa^^RWHJournaliofiPhysicsiCondensedi
MatterUH2003UHaeUHceagVcebi 1.8 21

41 βuantitativeHSubsurfaceHrtomicHStructureHwingerprintHforHbuH°aterialsHandHyeterostructuresHbyH
wirstV√rinciplesVtalibratedHtontactVResonanceHrtomicHworceH°icroscopyWHACSiNanoUH2016UHa^UHfdiaVe^^ 16.7 19

40 vquilibrationHprocessesHinHsurfacesHofHtheHbinaryHalloyHweVrlWHJournaliofiPhysicsiCondensediMatterUH
2002UHadUHdadeVdafd 1.8 18

39 TrendsHforHisolatedHaminoHacidsHandHdipeptideskHtonformationUHdivalentHionHbindingUHandHremarkableH
similarityHofHbindingHtoHcalciumHandHleadWHScientificiReportsUH2016UHfUHceggb 4.9 18
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38 βuantificationHofHsubstitutionalHdisorderHandHatomicHvibrationsHbyH¯vvuHâ��HtheHroleHofHparameterH
correlationsWHSurfaceiScienceUH2001UHdhhUHbaiVbcb 1.8 17

37 sandHxapHTailoringHandHStructureVtompositionHRelationshipHwithinHtheHrlloyedHSemiconductorH
tubsaxeaâ��xSnxSedWHChemistryiofiMaterialsUH2018UHc^UHfeffVfegd 9.6 17

36 WaterHadsorptionHatHtwoHunsolvatedHpeptidesHwithHaHprotonatedHlysineHresiduekHfromHselfVsolvationH
toHsolvationWHJournaliofiPhysicaliChemistryiBUH2012UHaafUHadghhVh^d 3.4 16

35 RationalHligandHchoiceHextendsHtheHSrsRvHsubstrateHscopeWHChemicaliCommunicationsUH2020UHefUHiccfVicci5.8 15

34 ResolvingHRotationalHStackingHuisorderHandHvlectronicH¯evelHrlignmentHinHaHbuH
−ligothiopheneVsasedH¯eadHzodideH√erovskiteWHChemistryiofiMaterialsUH2019UHcaUHhebcVhecb 9.6 14

33 v¯SzHâ��HrnHopenHinfrastructureHforHelectronicHstructureHsolversWHComputeriPhysicsiCommunicationsUH
2020UHbefUHa^gdei 4.2 14

32 StructuralHToleranceHwactorHrpproachHtoHuefectVResistantHzbVzzVzVVXdHSemiconductorHuesignWH
ChemistryiofiMaterialsUH2020UHcbUHafcfVafdi 9.6 14

31 RoleHofHtoHantisiteHsegregationHinHtheHtorlQaaaRHsurfaceWHPhysicaliReviewiBUH2005UHgaUH 3.3 14

30 vquilibrationHofHstoichiometricallyHdistortedHweaVxrlxQa^^RHsurfacesWHJournaliofiPhysicsiCondensedi
MatterUH2001UHacUHaghaVagia 1.8 14

29 vxtendingHholographicH¯vvuHtoHorderedHsmallVunitVcellHsuperstructuresWHPhysicaliReviewiBUH1998UHehUHda^bVdaa^3.3 14

28 x√UHaccelerationHofHallVelectronHelectronicHstructureHtheoryHusingHlocalizedHnumericHatomVcenteredH
basisHfunctionsWHComputeriPhysicsiCommunicationsUH2020UHbedUHa^gcad 4.2 14

27 ×ativeHlikeHhelicesHinHaHspeciallyHdesignedH˛†HpeptideHinHtheHgasHphaseWHPhysicaliChemistryiChemicali
PhysicsUH2015UHagUHecgfVhe 3.6 13

26 StructuralHinvestigationHofHnanocrystallineHgrapheneHgrownHonHQfâ��cHˆ�Hfâ��cRRc^´°VreconstructedHSitH
surfacesHbyHmolecularHbeamHepitaxyWHNewiJournaliofiPhysicsUH2013UHaeUHabc^cd 2.9 13

25 °echanismHofHrdditiveVrssistedHRoomVTemperatureH√rocessingHofH°etalHyalideH√erovskiteHThinH
wilmsWHACSiAppliediMaterialsiramp;iInterfacesUH2021UHacUHacbabVacbbe 9.5 13

24 StructuralHdescriptorHforHenhancedHspinVsplittingHinHbuHhybridHperovskitesWHNatureiCommunicationsUH
2021UHabUHdihb 17.4 13

23 WhyHgrapheneHgrowthHisHveryHdifferentHonHtheHtHfaceHthanHonHtheHSiHfaceHofHSitkHznsightsHfromH
surfaceHequilibriaHandHtheHQcˆ�cRâ��ctâ��SitQa´fla´fla´flRHreconstructionWHPhysicaliReviewiBUH2015UHiaUH 3.3 11

22 rllVelectronHperiodicHx^W^HimplementationHwithHnumericalHatomicHorbitalHbasisHfunctionskH
rlgorithmHandHbenchmarksWHPhysicaliReviewiMaterialsUH2021UHeUH 3.2 11

21 ThermodynamicallyHaccessibleHtitaniumHclustersHTiUH×HnHbVcbWHPhysicaliChemistryiChemicaliPhysicsUH
2018UHb^UHacifbVacigc 3.6 10
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20 RelativisticHcorrectionHschemeHforHcoreVlevelHbindingHenergiesHfromHxWWHJournaliofiChemicaliPhysicsUH
2020UHaecUHaadaa^ 3.9 10

19 TheHStructuralH−riginHofHthiropticalH√ropertiesHinH√erovskiteH×anocrystalsHwithHthiralH−rganicH
¯igandsWHAdvancediFunctionaliMaterialsUbb^^ded 15.6 8

18 TheHrugerHQautoionizationRHspectraHexcitedHbyHargonHandHneonHionHbombardmentHofHaHmagnesiumH
surfaceWHJournaliofiPhysicsiCondensediMatterUH1994UHfUHifggVifhh 1.8 6

17 √entaceneHandHtetraceneHmoleculesHandHfilmsHonHyXSiQaaaRkHlevelHalignmentHfromHhybridHdensityH
functionalHtheoryWHElectroniciStructureUH2020UHbUH^ce^^b 2.6 6

16 TheHtvtr°HelectronicHstructureHlibraryHandHtheHmodularHsoftwareHdevelopmentHparadigmWHJournali
ofiChemicaliPhysicsUH2020UHaecUH^bdaag 3.9 5

15 x√UVaccelerationHofHtheHv¯√rbHdistributedHeigensolverHforHdenseHsymmetricHandHhermitianH
eigenproblemsWHComputeriPhysicsiCommunicationsUH2021UHbfbUHa^gh^h 4.2 5

14 −nHtheHopticalHanisotropyHinHbuHmetalVhalideHperovskitesWWHNanoscaleUH2021UH 7.7 3

13 wormationHofHgrapheneHatopHaHSiHadlayerHonHtheHtVfaceHofHSitWHPhysicaliReviewiMaterialsUH2019UHcUH 3.2 3

12 rllVelectronHrealVtimeHandHimaginaryVtimeHtimeVdependentHdensityHfunctionalHtheoryHwithinHaH
numericHatomVcenteredHbasisHfunctionHframeworkWHJournaliofiChemicaliPhysicsUH2021UHaeeUHaedh^a 3.9 3

11 thargeHtransferHstatesHandHcarrierHgenerationHinHauHorganoleadHiodideHsemiconductorsWHJournaliofi
MaterialsiChemistryiAUH2021UHiUHadiggVadii^ 13 3

10 wrenkelVyolsteinHyamiltonianHappliedHtoHabsorptionHspectraHofHquaterthiopheneVbasedHbuHhybridH
organicVinorganicHperovskitesWHJournaliofiChemicaliPhysicsUH2020UHaebUHaddg^b 3.9 2

9 uensityHwunctionalHTheoryHStudyHofHReactionHvquilibriaHinHSignalHrmplificationHbyHReversibleH
vxchangeWHChemPhysChemUH2021UHbbUHaicgVaich 3.2 2

8 βuasiVfourVcomponentHmethodHwithHnumericHatomVcenteredHorbitalsHforHrelativisticHdensityH
functionalHsimulationsHofHmoleculesHandHsolidsWHPhysicaliReviewiBUH2021UHa^cUH 3.3 2

7 StructuralUH−pticalUHandHvlectronicH√ropertiesHofHTwoHβuaternaryHthalcogenideHSemiconductorskH
rgSrSiSHandHrgSrxeSWHInorganiciChemistryUH2021UHf^UHabb^fVabbag 5.1 2

6 uensityHwunctionalHTheoryHStudyHofHReactionHvquilibriaHinHSignalHrmplificationHbyHReversibleH
vxchangeWHChemPhysChemUH2021UHbbUHaidgVaieg 3.2 2

5 rllVvlectronHsSvqH°ethodHforHVvdgeHtoreHvlectronHvxcitationHvnergiesWWHJournaliofiChemicaliTheoryi
andiComputationUH2022UH 6.4 1

4 tubicHtrystalHStructureHwormationHandH−pticalH√ropertiesHwithinHtheHrgVsV°VXHQsHnHSrUH√blH°HnHSiUH
xeUHSnlHXHnHSUHSeRHwamilyHofHSemiconductorsWWHInorganiciChemistryUH2022UHfaUHbibiVbidd 5.1 0

3 °atu^c^kHrHuatabaseHandH−nlineH√resentationH√ackageHforHResearchHuataHSupportingH°aterialsH
uiscoveryUHuesignUHandHuisseminationWHJournaliofiOpeniSourceiSoftwareUH2020UHeUHaide 5.2 0
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2 rccurateHfrozenHcoreHapproximationHforHallVelectronHdensityVfunctionalHtheoryWHJournaliofiChemicali
PhysicsUH2021UHaedUHbbda^g 3.9

1 xz°SkHxraphicalHznterfaceHforH°aterialsHSimulationsWHJournaliofiOpeniSourceiSoftwareUH2021UHfUHbgfg 5.2
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