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67 vdsorptionNandNdecompositionNofN−gSNonNxgNNsheetNwithNembeddedNmanganeseNatomoN
–irstbprinciplesNcalculationscNChemicalnPhysicsaN2022aNjjjaNfffiih 2.3 0

66 vNnovelNmachineNlearningNschemeNforNclassificationNofNmedicinalNherbsNbasedNonNgyb–TμRN
fingerprintscNSpectrochimicanActan-nPartnA:nMolecularnandnBiomolecularnSpectroscopyaN2022aNgkkaNfgeiie 4.4 1

65 NewNphaseNofNleadNchalcogenideNalloyoNTernaryNalloyNPbSrSegNforNfutureNthermoelectricNapplicationcN
MaterialiaaN2022aNghaNfefiih 3.2

64
xomparisonNofN–TμRNspectrumNwithNchemometricNandNmachineNlearningNclassifyingNanalysisNforN
differentiatingNguanbmutongNaNnephrotoxicNandNcarcinogenicNtraditionalNchineseNmedicineNwithN
chuanbmutongcNMicrochemicalnJournalaN2021aNfkhaNfejmhj

4.8 5

63 μntegratedNSnSSeNbulkNandNmonolayerNasNindustrialNwasteNheatNthermoelectricNmaterialscN
InternationalnJournalnofnEnergynResearchaN2021aNijaNgemjbgenn 4.5 5

62 zlectronicsNandNmagneticNpropertiesNofNpbblockNelementsNdopedNgyNbuckledNgalliumNnitrideNMGaNN
WMNrNvlaNSiaNPNandNSXoNvNfirstbprinciplesNstudyN2021aN 1

61
vNpolynomialNmodelNofNtransmissionNandNreflectionNofNelectromagneticNmonochromaticNplaneNwavesN
inNlosslessaNnonbmagneticNmultilayerNthinNfilmsNsubjectedNtoNanNexternalNtransverseNvoltagecNOpticaln
andnQuantumnElectronicsaN2021aNjhaNf

2.4 0

60 MechanicalNandNopticalNpropertiesNofNpolymericNnitrogenNachievedNbyNcompressionoNy–TNstudycN
MaterialiaaN2021aNgeaNfefgek 3.2 1

59 vNfirstbprinciplesNstudyNofNtwobdimensionalNNbSe−dgbZnONvanNderNWaalsNheterostructuresNasNaN
waterNsplittingNphotocatalystcNPhysicalnChemistrynChemicalnPhysicsaN2021aNghaNgigggbgighg 3.6 0

58 MetalbfreeNferromagneticNsemiconductoroNMechanicalaNelectronicNandNmagneticNpropertiesNofNboronN
dopedNgraphiticNcarbonNnitrideNWgâ��xkNkXNsheetcNMaterialsnChemistrynandnPhysicsaN2020aNgjiaNfghile 4.4 8

57 MagneticNresonanceNimagingNWMRμXNcompatibleNZrXNWXNrN−faNMoNandNRuXNalloysNwithNenhancedN
mechanicalNpropertiesNasNalternativeNbiomedicalNapplicationscNScriptanMaterialiaaN2020aNflmaNmgbmj 5.6 1

56
GenerationNofNgroundbstateNstructuresNandNelectronicNpropertiesNofNternaryNvlxTiyNizNclustersNWxNZNyN
ZNzNrNkXNwithNaNtwobstageNdensityNfunctionalNtheoryNglobalNsearchNapproachcNInternationalnJournalnofn
QuantumnChemistryaN2020aNfgeaNegkeln

2.1

55 vnNefficientNMonteNxarloNfissionNsourceNconvergenceNaccelerationNstrategyNadaptedNfromNtheN
survivalNbiasingNtechniquecNAnnalsnofnNuclearnEnergyaN2020aNfhmaNfelfki 1.7 4

54 StrainbtunableNelectronicNandNmagneticNpropertiesNofNtwobdimensionalNgalliumNnitrideNwithNvacancyN
defectscNJournalnofnAppliednPhysicsaN2020aNfglaNefjhej 2.5 8

53 MetalNtoNsemiconductorNtransitionNofNtwobdimensionalNNbSegNthroughNhydrogenNadsorptionoNvN
firstbprinciplesNstudycNJournalnofnAppliednPhysicsaN2020aNfgmaNfejhef 2.5 1

52 zffectsNofNnitrogenNadditionNandNgrowthNconditionNonNtheNenhancedNmechanicalNpropertiesNofN
transitionNmetalNcarbidesNTMxNWTMNrNZraN−fXcNCeramicsnInternationalaN2020aNikaNffgibffhk 5.1 9

51 zffectsNofNoxygenNvariationNonNtheNimprovedNstructuralNstabilityaNelectronicNandNopticalNpropertiesNofN
ZnTeONcompoundscNJournalnofnPhysicsnCondensednMatteraN2020aNhgaNggjlef 1.8 1

Tiem Leong Yoon

2



50 –irstbprinciplesNstudyNofNmonolayerNwegxNasNanNanodeNmaterialNforNlithiumbionNbatteriescNJournalnofn
AppliednPhysicsaN2019aNfgkaNfgjheg 2.5 12

49 MonolayerNGaNNfunctionalizedNwithNalkaliNmetalNandNalkalineNearthNmetalNatomsoNvNfirstbprinciplesN
studycNSuperlatticesnandnMicrostructuresaN2019aNfheaNigmbihk 2.8 7

48 wiogasNdetectionNonNcarbonNnitrideNsheetNwithNembeddedNMnNatomoNdispersionbcorrectedNdensityN
functionalNtheorycNMaterialsnResearchnExpressaN2019aNkaNekjkeh 1.7 3

47 −alogenatedNmonolayerNSnSoNaNfirstbprinciplesNstudiescNIOPnConferencenSeries:nMaterialsnSciencenandn
EngineeringaN2019aNkgjaNefgeef 0.4 1

46 y–TwNparameterizationNandNitsNapplicationNforNtheNglobalNminimumNsearchNofNtheNsmallN
boronbcarbonNclusterscNChemicalnPhysicsnLettersaN2019aNlfkaNgelbgfe 2.5 1

45 TheNdevelopmentNofNaNmultigroupNMonteNxarloNcodeNforNTRμGvNreactorscNNuclearnEngineeringnandn
DesignaN2019aNhigaNnnbffi 1.8 3

44
TheNgenerationNofNgroundbstateNstructuresNandNelectronicNpropertiesNofNternaryNvlkTilNimNclustersN
WkNZNlNZNmNrNiXNfromNaNtwobstageNdensityNfunctionalNtheoryNglobalNsearchingNapproachcNInternationaln
JournalnofnQuantumnChemistryaN2019aNffnaNegjmmi

2.1 1

43 –requencyNdependentNlinearNandNnonlinearNopticalNpropertiesNofNcompositionallyNtunedNinorganicN
xsSnXNWXNrNwraNμXNcompositescNJournalnofnAlloysnandnCompoundsaN2019aNllnaNinlbjei 5.7 5

42 TuningNtheNelectronicNandNmagneticNpropertiesNofN–eNatomNembeddedNheptazineNsheetNbyNatomicN
andNmolecularNadsorptionoN–irstbprinciplesNcalculationscNChinesenJournalnofnPhysicsaN2019aNjlaNfbj 3.5 3

41 zlasticNandNelectronicNpropertiesNofNxgNNmonolayeroNfirstbprinciplesNcalculationcNMaterialsnResearchn
ExpressaN2019aNkaNegjkef 1.7 5

40 −ydrogenNbondNsensingNabilityNofNxdSedZnSNcolloidalNquantumNdotsNinNionicNmediumcNMaterialsn
ResearchnExpressaN2019aNkaNefjefk 1.7

39 zffectsNofNatomsNandNmoleculesNadsorptionNonNelectronicNandNmagneticNpropertiesNofNsbtriazineNwithN
embeddedN–eNatomoNy–TNinvestigationscNPhilosophicalnMagazineaN2018aNnmaNfffibffgn 1.6 8

38 –irstbprinciplesNstudiesNonNtheNsuperconductivityNofNaluminenecNAppliednSurfacenScienceaN2018aNiijaNfkfbfkk6.7 18

37 –irstbprinciplesNinvestigationNofNgraphiticNcarbonNnitrideNmonolayerNwithNembeddedN–eNatomcN
SurfacenScienceaN2018aNkklaNffgbfge 1.8 18

36 MolecularNdynamicsNsimulationNofNmeltingNofNsilicenecNMaterialsnResearchnExpressaN2018aNjaNekjeji 1.7 7

35 SelectiveNhydrogenNadsorptionNonNaNbuckledNcarbonNnitrideNsheetoNfirstbprinciplesNcalculationcN
MaterialsnResearchnExpressaN2018aNjaNfgjkej 1.7 6

34 –unctionalizationNofNsingleblayerNPmmabxONbyNadatomsoNvNfirstbprinciplesNstudyNofNelectronicaN
magneticNandNstructuralNpropertiescNJournalnofnPhysicsnandnChemistrynofnSolidsaN2018aNfghaNgnibgnn 3.9 3

33 −ighbpressureNphasesNofNvlxμnfâ��xNNcompoundsoN–irstNprinciplesNcalculationscNJournalnofnAlloysnandn
CompoundsaN2017aNleiaNfkebfkn 5.7 8
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32 μnvestigationNofNMeltingNyynamicsNofN−afniumNxlusterscNJournalnofnChemicalnInformationnandn
ModelingaN2017aNjlaNjflbjgm 6.1 1

31 TheoreticalNstudiesNonNmechanicalNandNelectronicNpropertiesNofNsbtriazineNsheetcNPhilosophicaln
MagazineaN2017aNnlaNgellbgemm 1.6 11

30 MolecularNdynamicsNsimulationsNandNphotoluminescenceNmeasurementsNofNannealedNZnONsurfacescN
PhysicanE:nLow-DimensionalnSystemsnandnNanostructuresaN2017aNneaNgmbhk 3 2

29 ThermoelectricNandNpiezoelectricNpropertiesNofNtheNpredictedNvlμnNNcompositesNbasedNonNabNinitioN
calculationscNPhysicalnChemistrynChemicalnPhysicsaN2017aNfnaNgikfhbgikgj 3.6 2

28 –irstbprinciplesNstudiesNonNtheNeffectsNofNhalogenNadsorptionNonNmonolayerNantimonycNPhysicaln
ChemistrynChemicalnPhysicsaN2017aNfnaNgjlmkbgjlnj 3.6 11

27
StudyingNtheNvariedNshapesNofNgoldNclustersNbyNanNelegantNoptimizationNalgorithmNthatNhybridizesN
theNdensityNfunctionalNtightbbindingNtheoryNandNtheNdensityNfunctionalNtheorycNComputernPhysicsn
CommunicationsaN2017aNggeaNfihbfin

4.2 17

26 zffectsNofN−ubbardNtermNcorrectionNonNtheNstructuralNparametersNandNelectronicNpropertiesNofN
wurtziteNZnOcNComputationalnMaterialsnScienceaN2017aNfhmaNfffbffk 3.2 32

25 TheoryNofNdbWaveN−ighNTemperatureNSuperconductivityNinNtheNxupratesNμnvolvingNNonblinearNLatticeN
ModescNJournalnofnSuperconductivitynandnNovelnMagnetismaN2017aNheaNhhllbhhnj 1.5 0

24 zffectNofNchemicalNinterfaceNdampingNandNaggregationNsizeNofNbareNgoldNnanoparticlesNinNNaxlNonN
theNplasmonNresonanceNdampingcNOpticalnMaterialsnExpressaN2017aNlaNnjj 2.6 11

23 ResonanceNpositionNandNextinctionNefficiencyNofNaNsingleNsilicaNcoatedNgoldNnanoshellNwhenNsizeN
effectsNofNcoreNisNmatterN2017aN 2

22 StructuralNandNresponseNpropertiesNofNallNwaTiOhNphasesNfromNdensityNfunctionalNtheoryNusingNtheN
projectorbaugmentedbwaveNmethodscNComputationalnMaterialsnScienceaN2016aNfflaNhekbhfi 3.2 6

21 GeometricNandNelectricNpropertiesNofNgraphiticNcarbonNnitrideNsheetNwithNembeddedNsingleN
manganeseNatomNunderNbibaxialNtensileNstraincNCurrentnAppliednPhysicsaN2016aNfkaNmenbmfj 2.6 17

20 ThoroughNinvestigationsNofNtheNstructuralNandNelectronicNpropertiesNofNvlxμnfbxNNternaryNcompoundN
viaNabNinitioNcomputationscNJournalnofnAlloysnandnCompoundsaN2016aNkmgaNhhmbhii 5.7 3

19 vbNinitioNcomputationsNofNtheNlinearNandNnonlinearNopticalNpropertiesNofNstableNcompoundsNinNvlμnNN
systemcNCurrentnAppliednPhysicsaN2016aNfkaNfgllbfgmh 2.6 5

18 StructuralNrelaxationNofNwaTiOhNslabNwithNtetragonalNWfeeXNsurfaceoNvbbinitioNcomparisonNofNdifferentN
thicknesscNCurrentnAppliednPhysicsaN2016aNfkaNfinfbfinl 2.6 5

17 MechanicalNandNelectronicNpropertiesNofNgraphiticNcarbonNnitrideNsheetoN–irstbprinciplesNcalculationscN
SolidnStatenCommunicationsaN2016aNgimaNfiibfje 1.6 25

16 GuidedNbasinbhoppingNsearchNofNsmallNboronNclustersNwithNdensityNfunctionalNtheoryN2015aN 1

15 MolecularNdynamicsNsimulationNofNannealedNZnONsurfacesN2015aN 1
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14 GrowthNofNbibNandNtriblayeredNgrapheneNonNsiliconNcarbideNsubstrateNviaNmolecularNdynamicsN
simulationN2015aN 1

13 vzRONzTNdataâ��basedNdeterminationNofNaerosolNtypescNAtmosphericnPollutionnResearchaN2015aNkaNkmgbknj 4.5 20

12
MonsoonalNvariationsNinNaerosolNopticalNpropertiesNandNestimationNofNaerosolNopticalNdepthNusingN
groundbbasedNmeteorologicalNandNairNqualityNdataNinNPeninsularNMalaysiacNAtmosphericnChemistryn
andnPhysicsaN2015aNfjaNhljjbhllf

6.8 12

11 MultipleNregressionNmethodNtoNdetermineNaerosolNopticalNdepthNinNatmosphericNcolumnNinNPenangaN
MalaysiacNIOPnConferencenSeries:nEarthnandnEnvironmentalnScienceaN2014aNfmaNefgemf 0.3 1

10 ManipulatingNvPμNandNvOyNdataNtoNdistinguishNtransportationNofNaerosolNatNhighNaltitudeNinNPenangaN
MalaysiacNIOPnConferencenSeries:nEarthnandnEnvironmentalnScienceaN2014aNfmaNefgemg 0.3 0

9 MagneticNMomentsNdueNtoNOrbitalNxurrentsNinNanNzlectronbLatticeNModelNofNxuprateN
SuperconductorscNJournalnofnSuperconductivitynandnNovelnMagnetismaN2014aNglaNgklhbgkll 1.5 1

8 vNmolecularNdynamicsNstudyNofNtheNthermodynamicNpropertiesNofNbariumNzirconatecNModellingnandn
SimulationninnMaterialsnSciencenandnEngineeringaN2013aNgfaNeijeef 2 4

7 XbrayNdiffractionNexperimentsaNluminescenceNmeasurementsNandNfirstbprinciplesNGGvZUNcalculationsN
onNYTaOicNComputationalnMaterialsnScienceaN2013aNllaNfhbfm 3.2 13

6 MolecularNdynamicsNstudyNofNthermalNexpansionNandNisothermalNcompressibilityNofNstrontiumN
titanateNandNbariumNzirconateN2013aN 1

5 zpitaxialNgrowthNofNgrapheneNonNk−bsiliconNcarbideNsubstrateNbyNsimulatedNannealingNmethodcN
JournalnofnChemicalnPhysicsaN2013aNfhnaNgeileg 3.9 13

4 MolecularNdynamicsNsimulationNofNthermodynamicNandNthermalNtransportNpropertiesNofNstrontiumN
titanateNwithNimprovedNpotentialNparameterscNComputationalnMaterialsnScienceaN2012aNkeaNfghbfgn 3.2 15

3 SurfaceNandNinterfaceNphononNpolaritonsNofNwurtziteNGaNNthinNfilmNgrownNonNk−bSixNsubstratecN
AppliednPhysicsnLettersaN2009aNniaNgifnfg 3.4 23

2 SolutionsNofNtheNatmosphericaNsolaraNandNLSNyNneutrinoNanomaliesNfromNTeVNscaleNquarkbleptonN
unificationcNPhysicalnReviewnDaN2001aNkjaN 4.9 2

1 MaximalN˛‰˛…â�� ˛‰ ˇ�NoscillationsaNtheNseebsawNmechanismNandNtheNzxactNParityNModelcNPhysicsnLetters,n
SectionnB:nNuclear,nElementarynParticlenandnHigh-EnergynPhysicsaN2000aNinfaNgnfbgnk 4.2 3
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