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j Paper IF Citations

84 }ighNdielectricNconstantNandNhighNbreakdownNstrengthNpolyimideNtinNcomplexationNofNtheNpolyamideN
acidNprecursorbbNRSCjAdvances^N2022^Nef^Nmdmiamedd 3.7 0

83 PolymerNStructureNPredictorNWPSPZnNuNPythonNToolkitNforNPredictingNutomica∕evelNStructuralNModelsN
forNaNRangeNofNPolymerN{eometriesbbNJournaljofjChemicaljTheoryjandjComputation^N2022^N 6.4 1

82 PolymerNinformaticsnNwurrentNstatusNandNcriticalNnextNstepsbNMaterialsjSciencejandjEngineeringj
Reports^N2021^Nehh^Neddimi 30.9 33

81 PolymerNinformaticsNwithNmultiataskNlearningbNPatterns^N2021^Nf^Neddfgl 5.1 7

80 utomicNconfigurationsNforNmaterialsNresearchnNuNcaseNstudyNofNsomeNsimpleNbinaryNcompoundsbNAIPj
Advances^N2021^Nee^Ndhiefd 1.5 0

79 NovelNhighNvoltageNpolymerNinsulatorsNusingNcomputationalNandNdataadrivenNtechniquesbNJournaljofj
ChemicaljPhysics^N2021^Neih^Nekhmdj 3.9 3

78 PolymerNdesignNusingNgeneticNalgorithmNandNmachineNlearningbNComputationaljMaterialsjScience^N
2021^Nelj^Needdjk 3.2 43

77
xielectricNPolymersNTolerantNtoNylectricNzieldNandNTemperatureNyxtremesnN–ntegrationNofN
Phenomenology^N–nformatics^NandNyxperimentalNValidationbNACSjAppliedjMaterialsjramp;jInterfaces^N
2021^Neg^Nighejaighfh

9.5 5

76 poly{f{nNuNNovelNMachineN∕earningNulgorithmNuppliedNtoNtheN{enerativeNxesignNofNPolymerN
xielectricsbNChemistryjofjMaterials^N2021^Ngg^Nkddlakdej 9.6 4

75 PolymersNforNyxtremeNwonditionsNxesignedNUsingNSyntaxaxirectedNVariationalNuutoencodersbN
ChemistryjofjMaterials^N2020^Ngf^Nedhlmaedidd 9.6 21

74 unNyfficientNxeepN∕earningNSchemeNToNPredictNtheNylectronicNStructureNofNMaterialsNandNMoleculesnN
TheNyxampleNofN{rapheneaxerivedNullotropesbNJournaljofjPhysicaljChemistryjA^N2020^Nefh^Nmhmjamidf 2.8 2

73 zrequencyadependentNdielectricNconstantNpredictionNofNpolymersNusingNmachineNlearningbNNpjj
ComputationaljMaterials^N2020^Nj^N 10.9 35

72 NovelNcagealikeNnanoporousNZnONpolymorphsNwithNcubicNlatticeNframeworksbNMaterialsjTodayj
Communications^N2020^Nfh^Nedeeif 2.5 3

71 ThermalNtransportNinNphaseastabilizedNlithiumNzirconateNphosphatesbNAppliedjPhysicsjLetters^N2020^N
eek^Ndeemdg 3.4 3

70 PolymerNStructureNPredictionNfromNzirstNPrinciplesbNJournaljofjPhysicaljChemistryjLetters^N2020^Nee^Nilfgailfm6.4 11

69 uctivatingNlowatemperatureNdieselNoxidationNbyNsingleaatomNPtNonNTiONnanowireNarraybNNaturej
Communications^N2020^Nee^Nedjf 17.4 42

68 ∕eadafreeNhybridNorganicainorganicNperovskitesNforNsolarNcellNapplicationsbNJournaljofjChemicalj
Physics^N2020^Neif^Ndehedh 3.9 3
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67 SearchNforNzerroelectricNvinaryNOxidesnNwhemicalNandNStructuralNSpaceNyxplorationN{uidedNbyN{roupN
TheoryNandNwomputationsbNChemistryjofjMaterials^N2020^Ngf^Nglfgaglgf 9.6 3

66 Structural^NylectronicNandNMechanicalNPropertiesNofNzewa∕ayerN{aNNNanosheetnNuNzirstaPrincipleN
StudybNMaterialsjTransactions^N2020^Nje^Nehglaehhh 1.3 0

65 MachinealearningNpredictionsNofNpolymerNpropertiesNwithNPolymerN{enomebNJournaljofjAppliedj
Physics^N2020^Nefl^Nekeedh 2.5 41

64 womputableNvulkNandN–nterfacialNylectronicNStructureNzeaturesNasNProxiesNforNxielectricNvreakdownN
ofNPolymersbNACSjAppliedjMaterialsjramp;jInterfaces^N2020^Nef^Ngkelfagkelk 9.5 11

63 uNmultiafidelityNinformationafusionNapproachNtoNmachineNlearnNandNpredictNpolymerNbandgapbN
ComputationaljMaterialsjScience^N2020^Nekf^Nedmflj 3.2 27

62 {eneralNutomicNNeighborhoodNzingerprintNforNMachineN∕earningavasedNMethodsbNJournaljofj
PhysicaljChemistryjC^N2019^Nefg^Neilimaeiljj 3.8 23

61 –terativea∕earningNStrategyNforNtheNxevelopmentNofNupplicationaSpecificNutomisticNzorceNzieldsbN
JournaljofjPhysicaljChemistryjC^N2019^Nefg^Nfdkeiafdkff 3.8 18

60 MachineNlearningNmodelsNforNtheNlatticeNthermalNconductivityNpredictionNofNinorganicNmaterialsbN
ComputationaljMaterialsjScience^N2019^Nekd^Nedmeii 3.2 49

59 }ighlyNchargedNinterfaceNtrapNstatesNinNPbSeâ��xNgovernNelectroathermalNtransportbNAPLjMaterials^N
2019^Nk^Ndkeedi 5.7

58 }otawarrierNxynamicsNandNwhemistryNinNxielectricNPolymersbNJournaljofjPhysicaljChemistryjLetters^N
2019^Ned^Ngmgkagmhg 6.4 6

57 ScopingNtheNpolymerNgenomenNuNroadmapNforNrationalNpolymerNdielectricsNdesignNandNbeyondbN
MaterialsjToday^N2018^Nfe^Nkliakmj 21.8 99

56 PolyelectrolyteaussistedNOxygenNVacanciesnNuNNewNRouteNtoNxefectNyngineeringNinNMolybdenumN
OxidebNLangmuir^N2018^Ngh^Njfmjajgdj 4 26

55 womputationalNpredictionsNofNzincNoxideNhollowNstructuresbNPhysicajB:jCondensedjMatter^N2018^Nigf^Neiaem2.8 7

54 wompositionalNyffectsNandNylectronN∕oneapairNxistortionsNinNxopedNvournonitesbNChemPhysChem^N
2018^Nem^Nfjgiafjhh 3.2 5

53 RoleNofNOxygenNVacancyNxefectsNinNtheNylectrocatalyticNuctivityNofNSubstoichiometricNMolybdenumN
OxidebNJournaljofjPhysicaljChemistryjC^N2018^Neff^Nelfefaelfff 3.8 42

52 PolymerN{enomenNuNxataaPoweredNPolymerN–nformaticsNPlatformNforNPropertyNPredictionsbNJournalj
ofjPhysicaljChemistryjC^N2018^Neff^Nekikiaekili 3.8 156

51 PredictedNvinaryNwompoundsNofNTinNandNSulfurbNJournaljofjPhysicaljChemistryjC^N2018^Neff^Nekdjkaekdkf 3.8 5

50 PressureastabilizedNbinaryNcompoundsNofNmagnesiumNandNsiliconbNPhysicaljReviewjMaterials^N2018^Nf^N 3.2 9
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49 utomisticNmechanismsNforNchemicalNdefectsNformationNinNpolyethylenebNJournaljofjChemicaljPhysics^N
2018^Nehm^Nfghmdf 3.9 10

48 zactorsNzavoringNzerroelectricityNinN}afnianNuNzirstaPrinciplesNwomputationalNStudybNJournaljofj
PhysicaljChemistryjC^N2017^Nefe^Nhegmahehi 3.8 105

47 uNhybridNorganicainorganicNperovskiteNdatasetbNScientificjData^N2017^Nh^Nekddik 8.2 73

46 MiningNMaterialsNxesignNRulesNfromNxatanNTheNyxampleNofNPolymerNxielectricsbNChemistryjofj
Materials^N2017^Nfm^Nmddeamded 9.6 36

45 xopantsNPromotingNzerroelectricityNinN}afnianN–nsightsNfromNaNcomprehensiveNwhemicalNSpaceN
yxplorationbNChemistryjofjMaterials^N2017^Nfm^Nmedfamedm 9.6 87

44 uNuniversalNstrategyNforNtheNcreationNofNmachineNlearningabasedNatomisticNforceNfieldsbNNpjj
ComputationaljMaterials^N2017^Ng^N 10.9 155

43 wageNdisorderNandNgasNencapsulationNasNroutesNtoNtailorNpropertiesNofNinorganicNclathratesbNActaj
Materialia^N2017^Nege^Nhkiahle 8.4 5

42 ylectronicNStructureNofNPolyethylenenNRoleNofNwhemical^NMorphologicalNandN–nterfacialNwomplexitybN
ScientificjReports^N2017^Nk^Njefl 4.9 34

41 }ighapressureNphasesNofNMgfSiNfromNfirstNprinciplesbNPhysicaljReviewjB^N2016^Nmg^N 3.3 23

40 ∕ayeredNstructuresNofNorganiccinorganicNhybridNhalideNperovskitesbNPhysicaljReviewjB^N2016^Nmg^N 3.3 29

39 xensityNfunctionalNtheoryNbasedNtightNbindingNstudyNonNtheoreticalNpredictionNofNlowadensityN
nanoporousNphasesNZnONsemiconductorNmaterialsbNJournaljofjPhysics:jConferencejSeries^N2016^Nkfj^Ndefdff0.3 4

38 MachineN∕earningNStrategyNforNucceleratedNxesignNofNPolymerNxielectricsbNScientificjReports^N2016^N
j^Nfdmif 4.9 207

37 RationalNwoaxesignNofNPolymerNxielectricsNforNynergyNStoragebNAdvancedjMaterials^N2016^Nfl^Njfkkame 24 118

36 –nterlayerN–nteractionsNinNvanNderNWaalsN}eterostructuresnNylectronNandNPhononNPropertiesbNACSj
AppliedjMaterialsjramp;jInterfaces^N2016^Nl^Njfljamf 9.5 53

35 whargeNinjectionNbarriersNatNmetalcpolyethyleneNinterfacesbNJournaljofjMaterialsjScience^N2016^Nie^Nidjaief4.3 42

34 MesoporousNMoOgâ��xNMaterialNasNanNyfficientNylectrocatalystNforN}ydrogenNyvolutionNReactionsbN
AdvancedjEnergyjMaterials^N2016^Nj^Nejddifl 21.8 262

33 TheoreticalNpredictionNofNlowadensityNhexagonalNZnONhollowNstructuresbNJournaljofjAppliedjPhysics^N
2016^Nefd^Nehfedi 2.5 11

32 StabilizationNofNmetastableNphasesNinNhafniaNowingNtoNsurfaceNenergyNeffectsbNAppliedjPhysicsjLetters
^N2016^Nedl^Nekfmdf 3.4 74

Tran Doan Huan

4



31 uNpolymerNdatasetNforNacceleratedNpropertyNpredictionNandNdesignbNScientificjData^N2016^Ng^Nejddef 8.2 100

30 udvancedNpolymericNdielectricsNforNhighNenergyNdensityNapplicationsbNProgressjinjMaterialsjScience^N
2016^Nlg^Nfgjafjm 42.2 193

29 wharacterizingNmagnesiumâ��siliconNbinariesNinNulâ��Mgâ��SiNsupersaturatedNsolidNsolutionNbyN
firstaprinciplesNcalculationsbNJournaljofjScience:jAdvancedjMaterialsjandjDevices^N2016^Ne^Nifkaigd 4.2 3

28 vlockNwopolymeraussistedNSolvothermalNSynthesisNofN}ollowNviMoONSpheresNSubstitutedNwithN
SamariumbNLangmuir^N2016^Ngf^Nedmjkaedmkj 4 21

27 RationalNxesignNofNOrganotinNPolyestersbNMacromolecules^N2015^Nhl^Nfhffafhfl 5.5 47

26 yxploringNPtSOhNandNPdSOhNphasesnNanNevolutionaryNalgorithmNbasedNinvestigationbNPhysicalj
ChemistryjChemicaljPhysics^N2015^Nek^Nelehjaie 3.6 13

25 PolyWdimethyltinNglutarateZNasNaNprospectiveNmaterialNforNhighNdielectricNapplicationsbNAdvancedj
Materials^N2015^Nfk^Nghjaie 24 52

24 UnravelingNtheNluminescenceNsignaturesNofNchemicalNdefectsNinNpolyethylenebNJournaljofjChemicalj
Physics^N2015^Nehg^Nefhmdk 3.9 21

23 ucceleratedNmaterialsNpropertyNpredictionsNandNdesignNusingNmotifabasedNfingerprintsbNPhysicalj
ReviewjB^N2015^Nmf^N 3.3 111

22 –mpactNofNSurfaceNonNtheNSd^{d}SNzerromagnetismNofN∕ithiumaxopedNZincNOxideNNanowiresbNIEEEj
TransactionsjonjMagnetics^N2014^Nid^Neak 2 2

21 TunableNSpinaxependentNPropertiesNofNZigzagNSiliceneNNanoribbonsbNPhysicaljReviewjApplied^N2014^N
e^N 4.3 26

20 zirstaprinciplesNpredictionNforNtheNstabilityNofN∕i−WbNPhysicajStatusjSolidijtBu:jBasicjResearch^N2014^N
fie^Neigmaeihh 1.3 4

19 yffectNofNincorporatingNaromaticNandNchiralNgroupsNonNtheNdielectricNpropertiesNofNpolyWdimethyltinN
estersZbNMacromolecularjRapidjCommunications^N2014^Ngi^Nfdlfal 4.8 26

18 PathwaysNtowardsNferroelectricityNinNhafniabNPhysicaljReviewjB^N2014^Nmd^N 3.3 230

17 zirstaprinciplesNpredictedNlowaenergyNstructuresNofNNaScWv}hZhbNJournaljofjChemicaljPhysics^N2014^N
ehd^Nefhkdl 3.9 17

16 ThermodynamicNstabilityNofNalkaliametalâ��zincNdoubleacationNborohydridesNatNlowNtemperaturesbN
PhysicaljReviewjB^N2013^Nll^N 3.3 27

15 ∕owaenergyNpolymericNphasesNofNalanatesbNPhysicaljReviewjLetters^N2013^Need^Negiidf 7.4 33

14 ∕owaenergyNstructuresNofNzincNborohydrideNZnWv}hZfbNPhysicaljReviewjB^N2012^Nlj^N 3.3 26
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13 SizeainducedNstructuralNtransitionNinNZnONprismaticNnanoparticlesbNPhysicajStatusjSolidijtBu:jBasicj
Research^N2012^Nfhm^Nigiaihg 1.3 5

12 ModelingNstudyNonNtheNpropertiesNofN{aNculNNcorecshellNnanowiresNbyNsurfaceNeffectNsuppressionbN
PhysicajStatusjSolidijtBu:jBasicjResearch^N2012^Nfhm^Nefheaefhm 1.3 7

11 NovelNstructuralNmotifsNinNlowNenergyNphasesNofN∕iul}hbNPhysicaljReviewjLetters^N2012^Nedl^Nfdiidi 7.4 42

10 ValenceNbondNentanglementNandNfluctuationsNinNrandomNsingletNphasesbNPhysicaljReviewjB^N2011^Nlh^N 3.3 9

9 MonteNwarloNsimulationsNofNinteractingNanyonNchainsbNComputationaljMaterialsjScience^N2010^Nhm^NSgmiaSgml3.2 5

8 xiffusionNthermopowerNofNaNpatypeNSicSieâ��xN{exNheterostructureNatNzeroNmagneticNfieldbNPhysicaj
StatusjSolidijtBu:jBasicjResearch^N2007^Nfhh^Nfeddafedl 1.3 1

7 ∕owatemperatureNmobilityNofNholesNinNSiâ��Si{eNpachannelNheterostructuresbNPhysicaljReviewjB^N2004^N
kd^N 3.3 16

6 RoughnessainducedNpiezoelectricNscatteringNinNlatticeamismatchedNsemiconductorNquantumNwellsbN
PhysicaljReviewjB^N2003^Njl^N 3.3 19

5 StrainNfluctuationsNinNaNrealN[dde]aorientedNzincablendeastructureNsurfaceNquantumNwellbNPhysicalj
ReviewjB^N2003^Njl^N 3.3 10

4 RandomNpiezoelectricNfieldNinNrealN[dde]aorientedNstrainarelaxedNsemiconductorNheterostructuresbN
PhysicaljReviewjLetters^N2002^Nlm^Ndkkjde 7.4 19

3 yffectNofNimpurityNcorrelationNinNmodulationadopedNquantumNwiresbNPhysicaljReviewjB^N2001^Njh^N 3.3 1

2 StrongNRashbaaxresselhausNyffectNinNNonchiralNfxNRuddlesdenaPopperNPerovskitesbNAdvancedj
OpticaljMaterials^fedefgf 8.1 1

1 TowardNRecyclableNPolymersnNRingaOpeningNPolymerizationNynthalpyNfromNzirstaPrinciplesbNJournalj
ofjPhysicaljChemistryjLetters^hkklahkli 6.4 1
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