
Jeng-Da Chai

ListgofgPublicationsgbygYearging
DescendinggOrder

Source:ghttps:xxexalyvcomxauthorupdfx43y8122xjengudauchaiupublicationsubyuyearvpdf

Version:g2y24uy4u27g

ThisgdocumentghasgbeenggeneratedgbasedgongthegpublicationsgandgcitationsgrecordedgbygexalyvcomvgForg

theglatestgversiongofgthisgpublicationglisttgvisitgtheglinkggivengabovev

ThegthirdgcolumngisgthegimpactgfactorgoIFpgofgthegjournaltgandgthegfourthgcolumngisgthegnumbergofg

citationsgofgthegarticlev

63
papers

14,361
citations

27
h-index

63
g-index

63
ext. papers

16,931
ext. citations

3.9
avg, IF

7.19
L-index



j Paper IF Citations

63 TwObzFTNfictitiousNtemperatureNmadeNsimpleccNRSCpAdvancesaN2022aNfgaNfgfohbfggfe 3.7 0

62 SynthesisaNcharacterizationaNantimicrobialaNxSwNbindingaNzFTNcalculationaNmolecularNdockingNandN
cytotoxicityNofNNiWööXNcomplexesNwithNSchiffNbaseNligandscNJournalpofpMolecularpLiquidsaN2021aNhgnaNffkikm 6 8

61 UnderstandingNtheNstabilityNconcernsNandNelectronicNstructureNofNysYbXhNWXsylaxrXN
halidoperovskitesNforNoptoelectronicNapplicationscNJournalpofpAlloyspandpCompoundsaN2021aNnlmaNfknoll 5.7 6

60 GrowthNandNcharacterizationNofNcrystallineNxaSnOhNperovskiteNnanostructuresNandNtheNinfluenceNofN
heavyNMnNdopingNonNitsNpropertiescNJournalpofpAlloyspandpCompoundsaN2021aNnlmaNfknoee 5.7 6

59 StrainNengineeringNofNelectronicNstructureaNphononaNandNthermoelectricNpropertiesNofNpbtypeN
halfbéeuslerNsemiconductorcNJournalpofpAlloyspandpCompoundsaN2021aNnkeaNfkllfk 5.7 16

58
OriginNofNpseudoNgapNandNthermoelectricNsignaturesNofNsemimetallicNRugTaGapNStructuralNstabilityN
fromNphononNdynamicsaNmechanicalaNandNthermodynamicNpredictionscNJournalpofpPhysicspandp
ChemistrypofpSolidsaN2021aNfkiaNffeeon

3.9 9

57 SoftwareNforNtheNfrontiersNofNquantumNchemistrypNwnNoverviewNofNdevelopmentsNinNtheNQbyhemNkN
packagecNJournalpofpChemicalpPhysicsaN2021aNfkkaNeninef 3.9 115

56 –lectronicNPropertiesNofNyarbonNNanobeltsNPredictedNbyNThermallybwssistedbOccupationNzFTcN
NanomaterialsaN2021aNffaN 5.4 3

55 TwObzFTNStudyNonNtheN–lectronicNPropertiesNofNziamondbShapedNGrapheneNNanoflakescN
NanomaterialsaN2020aNfeaN 5.4 7

54
RobustNstabilityaNhalfbmetallicNferrimagnetismNandNthermoelectricNpropertiesNofNnewNquaternaryN
éeuslerNmaterialpNwNfirstNprinciplesNapproachcNJournalpofpMagnetismpandpMagneticpMaterialsaN2020aN
kegaNfllklg

2.8 23

53 wpproximateNdensityNmatrixNfunctionalsNappliedNtoNheterobatomicNbondNdissociationcNEuropeanp
PhysicalpJournalpBaN2020aNohaNf 1.2 1

52 TwObzFTbxasedNMolecularNzynamicscNFrontierspinpChemistryaN2020aNnaNknoihg 5 3

51 TwObzFTNinvestigationNofNelectronicNpropertiesNofNlinearNandNcyclicNcarbonNchainscNScientificpReportsaN
2020aNfeaNfhfhh 4.9 12

50 yombiningNdensitybbasedNdynamicalNcorrelationNwithNaNreducedbdensitybmatrixNstrongbcorrelationN
descriptioncNPhysicalpReviewpAaN2020aNfegaN 2.6 2

49 –xcitationNenergiesNfromNthermallyNassistedboccupationNdensityNfunctionalNtheorypNTheoryNandN
computationalNimplementationcNJournalpofpChemicalpPhysicsaN2020aNfkhaNenifge 3.9 4

48 ThermoelectricNpropertiesaNphononaNandNmechanicalNstabilityNofNnewNhalfbmetallicNquaternaryN
éeuslerNalloyspNFeRhyrZNWZNsNSiNandNGeXcNJournalpofpAppliedpPhysicsaN2020aNfgmaNflkfeg 2.5 42

47 NovelNhalfbmetallicNLgfNstructuredNfullbéeuslerNcompoundNforNpromisingNspintronicNapplicationspNwN
zFTbbasedNcomputerNsimulationcNJournalpofpMagnetismpandpMagneticpMaterialsaN2019aNinmaNflkgno 2.8 28

Jeng-Da Chai

2



46 LocalNzensityNwpproximationNforNtheNShortbRangeN–xchangeNFreeN–nergyNFunctionalcNACSpOmegaaN
2019aNiaNmlmkbmlnh 3.9 9

45 –lectronicNPropertiesNofNMˆ¶biusNyyclacenesNStudiedNbyNThermallybwssistedbOccupationNzensityN
FunctionalNTheorycNScientificpReportsaN2019aNoaNgoem 4.9 17

44 –lectronicNPropertiesNofNLinearNandNyyclicNxoronNNanoribbonsNfromNThermallybwssistedbOccupationN
zensityNFunctionalNTheorycNScientificpReportsaN2019aNoaNfgfho 4.9 8

43 –lectronicNPropertiesNofNTrianglebShapedNGrapheneNNanoflakesNfromNTwObzFTcNACSpOmegaaN2019aNiaNfigegbfigfe3.9 12

42 –lectronicNpropertiesNofNtheNcoroneneNseriesNfromNthermallybassistedboccupationNdensityNfunctionalN
theoryccNRSCpAdvancesaN2018aNnaNhihkebhihkn 3.7 14

41
ömpactNofNnonbempiricallyNtuningNtheNrangebseparationNparameterNofNlongbrangeNcorrectedNhybridN
functionalsNonNionizationNpotentialsaNelectronNaffinitiesaNandNfundamentalNgapscNJournalpofp
ComputationalpChemistryaN2018aNhoaNghmnbghni

3.5 8

40 –lectronicNandNéydrogenNStorageNPropertiesNofNLibTerminatedNLinearNxoronNyhainsNStudiedNbyN
TwObzFTcNScientificpReportsaN2018aNnaNfhkhn 4.9 25

39 RoleNofNexactNexchangeNinNthermallybassistedboccupationNdensityNfunctionalNtheorypNwNproposalNofN
newNhybridNschemescNJournalpofpChemicalpPhysicsaN2017aNfilaNeiifeg 3.9 27

38 SelfbconsistentNdeterminationNofNtheNfictitiousNtemperatureNinNthermallybassistedboccupationN
densityNfunctionalNtheorycNRSCpAdvancesaN2017aNmaNkeiolbkekem 3.7 25

37 –ffectNofNLiNTerminationNonNtheN–lectronicNandNéydrogenNStorageNPropertiesNofNLinearNyarbonN
yhainspNwNTwObzFTNStudycNScientificpReportsaN2017aNmaNioll 4.9 23

36 –ffectNofNLiNwdsorptionNonNtheN–lectronicNandNéydrogenNStorageNPropertiesNofNwcenespNwN
zispersionbyorrectedNTwObzFTNStudycNScientificpReportsaN2016aNlaNhhenf 4.9 32

35 RoleNofNδekulˆ'NandNNonbδekulˆ'NStructuresNinNtheNRadicalNyharacterNofNwlternantNPolycyclicNwromaticN
éydrocarbonspNwNTwObzFTNStudycNScientificpReportsaN2016aNlaNheklg 4.9 46

34 TheNvanNderNWaalsNinteractionsNinNrarebgasNdimerspNtheNroleNofNinterparticleNinteractionscNPhysicalp
ChemistrypChemicalpPhysicsaN2016aNfnaNheffbgg 3.6 5

33 –lectronicNPropertiesNofNyyclacenesNfromNTwObzFTcNScientificpReportsaN2016aNlaNhmgio 4.9 37

32 SywNbbasedNhybridNandNdoublebhybridNdensityNfunctionalsNfromNmodelsNwithoutNfittedNparameterscN
JournalpofpChemicalpPhysicsaN2016aNfiiaNeiiffi 3.9 97

31 ShortbNandNlongbrangeNcorrectedNhybridNdensityNfunctionalsNwithNtheNzhNdispersionNcorrectionscN
JournalpofpChemicalpPhysicsaN2016aNfikaNgeifef 3.9 21

30 –lectronicNandNOpticalNPropertiesNofNtheNNarrowestNwrmchairNGrapheneNNanoribbonsNStudiedNbyN
zensityNFunctionalNMethodscNAustralianpJournalpofpChemistryaN2016aNloaNole 1.2 7

29 wssessmentNofNtheNLFwsbPx–Nexchangeâ��correlationNpotentialNforNhighborderNharmonicNgenerationNofN
alignedNégZNmoleculescNRSCpAdvancesaN2016aNlaNhhhfnbhhhgk 3.7 2

(2016-2019)

3



28 –lectronicNPropertiesNofNZigzagNGrapheneNNanoribbonsNStudiedNbyNTwObzFTcNJournalpofpChemicalp
TheorypandpComputationaN2015aNffaNgeehbff 6.4 56

27 wdvancesNinNmolecularNquantumNchemistryNcontainedNinNtheNQbyhemNiNprogramNpackagecNMolecularp
PhysicsaN2015aNffhaNfnibgfk 1.7 2068

26 wssessmentNofNdensityNfunctionalNmethodsNforNexcitonNbindingNenergiesNandNrelatedNoptoelectronicN
propertiescNRSCpAdvancesaN2015aNkaNfefhmebfefhml 3.7 36

25 ThermallybassistedboccupationNdensityNfunctionalNtheoryNwithNgeneralizedbgradientNapproximationscN
JournalpofpChemicalpPhysicsaN2014aNfieaNfnwkgf 3.9 49

24 wssessmentNofNasymptoticallyNcorrectedNmodelNpotentialsNforNchargebtransferblikeNexcitationsNinN
oligoacenescNPhysicalpChemistrypChemicalpPhysicsaN2014aNflaNgfklibo 3.6 8

23 wssessmentNofNdispersionbimprovedNexchangebcorrelationNfunctionalsNforNtheNsimulationNofNyOgN
bindingNbyNalcoholaminescNInternationalpJournalpofpQuantumpChemistryaN2014aNffiaNnekbnfg 2.1 10

22 RestorationNofNtheNderivativeNdiscontinuityNinNδohnbShamNdensityNfunctionalNtheorypNanNefficientN
schemeNforNenergyNgapNcorrectioncNPhysicalpReviewpLettersaN2013aNffeaNehheeg 7.4 44

21 ömpactNofNmetalNandNanionNsubstitutionsNonNtheNhydrogenNstorageNpropertiesNofNMbxTTN
metalborganicNframeworkscNJournalpofpthepAmericanpChemicalpSocietyaN2013aNfhkaNfenhbof 16.4 128

20 LongbRangeNyorrectedNéybridNzensityNFunctionalsNwithNömprovedNzispersionNyorrectionscNJournalpofp
ChemicalpTheorypandpComputationaN2013aNoaNglhbmg 6.4 321

19 wssessmentNofNdensityNfunctionalNmethodsNwithNcorrectNasymptoticNbehaviorcNPhysicalpChemistryp
ChemicalpPhysicsaN2013aNfkaNnhkgblf 3.6 44

18 wsymptoticNcorrectionNschemesNforNsemilocalNexchangebcorrelationNfunctionalscNPhysicalpReviewpAaN
2013aNnmaN 2.6 10

17 SeekingNforNreliableNdoublebhybridNdensityNfunctionalsNwithoutNfittingNparameterspNTheNPx–ebgN
functionalcNChemicalpPhysicspLettersaN2012aNkhnaNfgfbfgk 2.5 92

16
SignificantNroleNofNtheNzNwNbackboneNinNmediatingNtheNtransitionNoriginNofNelectronicNexcitationsNofN
xbzNwbbimplicationNfromNlongNrangeNcorrectedNTzzFTNandNquantifiedNNTONanalysiscNPhysicalp
ChemistrypChemicalpPhysicsaN2012aNfiaNoeogbfeh

3.6 5

15 wssessmentNofNdensityNfunctionalNapproximationsNforNtheNhemibondedNstructureNofNtheNwaterNdimerN
radicalNcationcNPhysicalpChemistrypChemicalpPhysicsaN2012aNfiaNfemekbfg 3.6 38

14 zensityNfunctionalNtheoryNwithNfractionalNorbitalNoccupationscNJournalpofpChemicalpPhysicsaN2012aN
fhlaNfkifei 3.9 99

13 LongbrangeNcorrectedNhybridNmetabgeneralizedbgradientNapproximationsNwithNdispersionN
correctionscNJournalpofpChemicalpPhysicsaN2012aNfhlaNfkifeo 3.9 88

12 TheNquantifiedNNTONanalysisNforNtheNelectronicNexcitationsNofNmolecularNmanybbodyNsystemscN
ChemicalpPhysicspLettersaN2011aNkfiaNhlgbhlm 2.5 9

11 OrbitalbfreeNdensityNfunctionalNtheorypNLinearNscalingNmethodsNforNkineticNpotentialsaNandN
applicationsNtoNsolidNwlNandNSicNChemicalpPhysicspLettersaN2009aNimhaNglhbglm 2.5 12

Jeng-Da Chai

4



10 TheNexchangeNenergyNofNaNuniformNelectronNgasNexperiencingNaNnewaNflexibleNrangeNseparationcN
ChemicalpPhysicspLettersaN2009aNimnaNgnhbgnl 2.5 9

9 LongbrangeNcorrectedNdoublebhybridNdensityNfunctionalscNJournalpofpChemicalpPhysicsaN2009aNfhfaNfmifek 3.9 271

8 SystematicNoptimizationNofNlongbrangeNcorrectedNhybridNdensityNfunctionalscNJournalpofpChemicalp
PhysicsaN2008aNfgnaNenifel 3.9 2290

7 SemiempiricalNdoublebhybridNdensityNfunctionalNwithNimprovedNdescriptionNofNlongbrangeN
correlationcNJournalpofpPhysicalpChemistrypAaN2008aNffgaNgmegbfg 2.8 114

6 OptimalNoperatorsNforNéartreeâ��FockNexchangeNfromNlongbrangeNcorrectedNhybridNdensityN
functionalscNChemicalpPhysicspLettersaN2008aNilmaNfmlbfmn 2.5 61

5 LongbrangeNcorrectedNhybridNdensityNfunctionalsNwithNdampedNatombatomNdispersionNcorrectionscN
PhysicalpChemistrypChemicalpPhysicsaN2008aNfeaNllfkbge 3.6 7709

4 OrbitalbfreeNdensityNfunctionalNtheorypNδineticNpotentialsNandNabNinitioNlocalNpseudopotentialscN
PhysicalpReviewpBaN2007aNmkaN 3.3 32

3 ModifiedNStatisticalNTreatmentNofNδineticN–nergyNinNtheNThomasâ��FermiNModelcNJournalpofpPhysicalp
ChemistrypBaN2004aNfenaNlnmeblnml 3.4 21

2 zynamicNstructureNfactorNofNliquidNandNamorphousNGeNfromNabNinitioNsimulationscNPhysicalpReviewpBaN
2003aNlmaN 3.3 33

1 SimpleNmodelNforNtheNvariationNofNsuperfluidNdensityNwithNZnNconcentrationNinNYxagyuhOmâ��˛·cN
PhysicapC:pSuperconductivitypandpItspApplicationsaN2001aNhllaNfhbgg 1.3 4

List of Publications

5


