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109 zmpactLofLwLandL₃LdopingLonLTMnYweUcTPY₃iULgiantLmagnetocaloricLmaterials[LActakMaterialiaYL2022YL
cdeYLbbiafh 8.4 1

108 tomparingLxzPrαLwithLnumericallyLexactLchemicalLshieldingskL₄heLroleLofLtwoZcenterLcontributionsL
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PhaseL₄ransitions[LCrystalkGrowthkandkDesignYL2018YLbiYLcecZcfc 3.5 7

104 NM₂LshieldingsLfromLdensityLfunctionalLperturbationLtheorykLxzPrαLversusLallZelectronL
calculations[LJournalkofkChemicalkPhysicsYL2017YLbegYLagebbf 3.9 12

103 ₃ymmetryYLuynamicsYLandLuefectsLinLMethylammoniumL–eadLyalideLPerovskites[LJournalkofkPhysicalk
ChemistrykLettersYL2017YLiYLgbZgg 6.4 63

102 ₄heL₂oleLofLtonnectivityLonLvlectronicLPropertiesLofL–eadLzodideLPerovskiteZuerivedLtompounds[L
InorganickChemistryYL2017YLfgYLieaiZiebe 5.1 59

101 ₄heoreticalLmodelsLofL₂ashbaLspinLsplittingLinLasymmetricL₃r₄i·dZbasedLheterostructures[LPhysicalk
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PhysicalkReviewkAppliedYL2017YLiYL 4.3 7

99 ₂eportLonLtheLsixthLblindLtestLofLorganicLcrystalLstructureLpredictionLmethods[LActak
CrystallographicakSectionkB:kStructuralkScienceykCrystalkEngineeringkandkMaterialsYL2016YLhcYLedjZfj 1.8 338

98 qZx₂zukLrLNewLMethodL₄oLtalculateL–atticeLandLznteractionLvnergiesLforLMolecularLtrystalsLfromL
vlectronLuensities[LCrystalkGrowthkandkDesignYL2016YLbgYLggcZghb 3.5 5

97 rLmultiZnuclearLmagneticLresonanceLandLdensityLfunctionalLtheoryLinvestigationLofLepitaxiallyL
grownLznxaPc[LPhysicalkChemistrykChemicalkPhysicsYL2016YLbiYLcbcjgZdae 3.6 2
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MacromoleculesYL2016YLejYLffeiZffga 5.5 9

95 zmprovedLhydrogenLstorageLinLtaZdecoratedLboronLheterofullereneskLaLtheoreticalLstudy[LJournalkofk
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94 xeometricYLelectronicYLandLmagneticLstructureLofLwex·yWLclusters[LPhysicalkReviewkBYL2015YLjcYL 3.3 17
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92 rnionogenicLmixedLvalencyLinL}xsabZx·cZ˛·[LInorganickChemistryYL2014YLfdYLejgZfac 5.1 3

91 PhononsLandLelectronZphononLcouplingLinLgrapheneZhZsNLheterostructures[LAnnalenkDerkPhysikYL
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₃ymmetryLwmmcL–eadsLtoLaL₃ingleZ₃tepLuecompositionLPathway[LJournalkofkPhysicalkChemistrykCYL
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3.8 3

83 vxcessLmanganeseLasLtheLoriginLofLtheLlowZtemperatureLanomalyLinLNiMn₃b[LPhysicalkReviewkBYL
2013YLiiYL 3.3 8

82 winiteZfieldLimplementationLofLNM₂LchemicalLshieldingsLforLmoleculeskLdirectLandLconverseL
gaugeZincludingLprojectorZaugmentedZwaveLmethods[LJournalkofkChemicalkPhysicsYL2013YLbdjYLabebaj 3.9 12

81 k´•pLsubbandLstructureLofLtheL–arl·d]₃r₄i·dLinterface[LPhysicalkReviewkBYL2013YLiiYL 3.3 21
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74 ·pticalLresponseLofLtheLsodiumLalanateLsystemkLxαaZs₃vLcalculationsLandLthinLfilmLmeasurements[L
PhysicalkReviewkBYL2011YLidYL 3.3 19

73 wirstZprinciplesLmodellingLofLmagnesiumLtitaniumLhydrides[LJournalkofkPhysicskCondensedkMatterYL
2010YLccYLahecai 1.8 10

72 ₄uningLtheLyydrogenL₃torageLinLMagnesiumLrlloys[LJournalkofkPhysicalkChemistrykLettersYL2010YLbYLbjicZbjig6.4 20

71 rLsolidZstateLNM₂LandLuw₄LstudyLofLcompositionalLmodulationsLinLrlTxUxaTbZxUrs[LPhysicalkChemistryk
ChemicalkPhysicsYL2010YLbcYLbbfbhZdf 3.6 25

70 rtomisticLmodelsLofLhydrogenatedLamorphousLsiliconLnitrideLfromLfirstLprinciples[LPhysicalkReviewkB
YL2010YLicYL 3.3 20

69 ₃tructuralLmodelsLofLaZ₃ikyLwithLaLlowLdefectLconcentrationkLrLfirstZprinciplesLmolecularLdynamicsL
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PublisherSsLNotekLModelingLandLanalysisLofLtheLthreeZdimensionalLcurrentLdensityLinLsandwichZtypeL
singleZcarrierLdevicesLofLdisorderedLorganicLsemiconductorsL[Phys[L₂ev[LsLhjYLaifcadLTcaajU][L
PhysicalkReviewkBYL2009YLhjYL

3.3 4

67 wirstZprinciplesLstudyLofLtheLopticalLpropertiesLofLMgx₄ibâ��xyc[LPhysicalkReviewkBYL2009YLhjYL 3.3 15

66 rmorphousLsemiconductorsLstudiedLbyLfirstZprinciplesLsimulationskLstructureLandLelectronicL
properties[LMaterialskResearchkSocietykSymposiakProceedingsYL2009YLbbfdYLb 1

65 wirstZprinciplesLstudyLofLhydrogenatedLamorphousLsilicon[LPhysicalkReviewkBYL2009YLhjYL 3.3 49

64 yydrogenL₃torageLbyLPolylithiatedLMoleculesLandLNanostructures[LJournalkofkPhysicalkChemistrykCYL
2009YLbbdYLijjhZjaac 3.8 37

63 uw₄L₃tudyLofLPlanarLsoronL₃heetskLrLNewL₄emplateLforLyydrogenL₃torage[LJournalkofkPhysicalk
ChemistrykCYL2009YLbbdYLbijgcZbijgh 3.8 101

62 ₄unableLhydrogenLstorageLinLmagnesiumâ��transitionLmetalLcompoundskLwirstZprinciplesLcalculations[L
PhysicalkReviewkBYL2009YLhjYL 3.3 45

61 ModelingLandLanalysisLofLtheLthreeZdimensionalLcurrentLdensityLinLsandwichZtypeLsingleZcarrierL
devicesLofLdisorderedLorganicLsemiconductors[LPhysicalkReviewkBYL2009YLhjYL 3.3 98

60 vlectronicLbandLstructureLofLtetraceneZ₄tNQLandLperyleneZ₄tNQLcompounds[LJournalkofkPhysicalk
ChemistrykAYL2008YLbbcYLcejhZfac 2.8 41

59 wirstZprinciplesLcalculationsLofLtheLcrystalLstructureYLelectronicLstructureYLandLthermodynamicL
stabilityLofLseTsyeUc[LPhysicalkReviewkBYL2008YLhhYL 3.3 28

58 rLuensityLwunctionalL₃tudyLofL˛–ZMgTsyeUc[LChemistrykofkMaterialsYL2008YLcaYLejfcZejfg 9.6 70

57 ₄heoreticalLstudyLofLtheLstableLradicalsLgalvinoxylYLazagalvinoxylLandLwursterSsLblueLperchlorateLinL
theLsolidLstate[LJournalkofkPhysicalkChemistrykAYL2008YLbbcYLhhdeZi 2.8 14
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56 ₃pinLtunnelingLinLjunctionsLwithLdisorderedLferromagnets[LPhysicalkReviewkLettersYL2008YLbaaYLafhcaf 7.4 28

55 αorkLfunctionLanisotropyLandLsurfaceLstabilityLofLhalfZmetallicLtr·c[LPhysicalkReviewkBYL2008YLhhYL 3.3 17

54 ModelLforLtheLwormationLvnergiesLofLrlanatesLandLsoranates[LJournalkofkPhysicalkChemistrykCYL2007YL
bbbYLjfjcZjfje 3.8 9

53 ₄hermodynamicLstabilityLofLboronkLtheLroleLofLdefectsLandLzeroLpointLmotion[LJournalkofkthek
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52 ₃pintronicLmaterialsLbasedLonLmainZgroupLelements[LJournalkofkPhysicskCondensedkMatterYL2007YLbjYLbgfcad1.8 21

51 ·ptimizingLperformanceLofLhalfZmetalsLatLfiniteLtemperature[LJournalkofkPhysicskCondensedkMatterYL
2007YLbjYLdbfcbc 1.8 18

50 vlectronicLstructureLandLopticalLpropertiesLofLlightweightLmetalLhydrides[LPhysicalkReviewkBYL2007YL
hfYL 3.3 109

49 rbLinitioLstudyLofLtheLeffectsLofLtransitionLmetalLdopingLofLMgcNiye[LPhysicalkReviewkBYL2007YLhgYL 3.3 53

48 trystalLxrowthYL₃tructureYLandLvlectronicLsandL₃tructureLofL₄etraceneâ��₄tNQ[LJournalkofkPhysicalk
ChemistrykCYL2007YLbbbYLdeigZdeij 3.8 34

47 –atticeLandLlocalZmodeLvibrationsLinLanhydrousLandLprotonizedL–iMnc·eLspinelsLfromL
firstZprinciplesLtheory[LJournalkofkMaterialskChemistryYL2007YLbhYLejai 14

46 ₄heLcontinuingLdramaLofLtheLhalfZmetal]semiconductorLinterface[LJournalkPhysicskD:kAppliedkPhysicsYL
2006YLdjYLhjdZhjg 3 39

45 rbLinitioLandLworkLfunctionLandLsurfaceLenergyLanisotropyLofL–asg[LJournalkofkPhysicalkChemistrykBYL
2006YLbbaYLbiefjZgf 3.4 69

44 –ocalL₃tructureLandLthemicalLsondingLofLProtonatedL–ixMnc·eL₃pinelsLfromLwirstLPrinciples[L
ChemistrykofkMaterialsYL2006YLbiYLbbgjZbbhd 9.6 17

43 xeneralisedLcoexistenceLofLaLlowLworkLfunctionLandLaLstableLsurfacekLtarleLandLsaruznd[LSurfacek
ScienceYL2006YLgaaYLcejfZcfaa 1.8 7

42 znterrelationLofLαorkLwunctionLandL₃urfaceL₃tabilitykL₄heLtaseLofLsarle[LChemistrykofkMaterialsYL
2005YLbhYLdihjZdiic 9.6 9

41 rnionogenicLferromagnets[LJournalkofkthekAmericankChemicalkSocietyYL2005YLbchYLbgdcfZi 16.4 58

40 ₄heLroleLofLtheLhydrogenLbondingLnetworkLforLtheLshearLmodulusLofLPzPu[LPolymerYL2005YLegYLjbeeZjbfe3.9 18

39 QuantumLmechanicsLcalculationsLonLtheLdiastereomericLsaltsLofLcyclicLphosphoricLacidsLwithL
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38 xeometryLofL{aab}L₃urfacesLofL₃pinelLTMgrlc·eUkLwirstZPrinciplesL₃imulationsLandLvxperimentalL
Measurements[LJournalkofkthekAmericankCeramickSocietyYL2005YLiiYLbfeeZbfei 3.8 30

37 ₄unableLspinLtransportLinLtrrskL₂oleLofLcorrelationLeffects[LPhysicalkReviewkBYL2005YLhbYL 3.3 38

36 rbLinitioLstudyLofLMgTrlyeUc[LPhysicalkReviewkBYL2005YLhcYL 3.3 46

35 –atticeLvibrationsLandLthermalLpropertiesLofLcarbonLnitrideLwithLdefectLZn₃LstructureLfromL
firstZprinciplesLcalculations[LJournalkofkPhysicskCondensedkMatterYL2004YLbgYLdachZdade 1.8 6

34 –owLworkLfunctionLofLtheLTbaaaULtacNLsurface[LJournalkofkAppliedkPhysicsYL2004YLjgYLbhfbZbhfd 2.5 17

33 uefectsLinLhalfZmetalsLandLfiniteLtemperature[LJournalkofkPhysicskCondensedkMatterYL2004YLbgYL₃ffbhZ₃ffce1.8 33

32 –ocalLstructureLandLelectronicLpropertiesLofLsa₄a·cNLwithLperovskiteZtypeLstructure[LJournalkofk
PhysicskandkChemistrykofkSolidsYL2003YLgeYLcibZcig 3.9 59

31 αeakeningLofLaLPolyethyleneLthainLbyLMethylL₃ideLxroups[LSoftkMaterialsYL2003YLbYLccdZcdd 1.7 3

30 rnisotropyLofLtheLmobilityLofLpentaceneLfromLfrustration[LSynthetickMetalsYL2003YLbdjYLbajZbbe 3.6 123

29 PhononLspectrumLandLthermalLpropertiesLofLcubicL₃idNeLfromLfirstZprinciplesLcalculations[LJournalk
ofkAppliedkPhysicsYL2003YLjdYLfbhfZfbia 2.5 44

28 ModelingLtheLpolymorphismLofLpentacene[LJournalkofkthekAmericankChemicalkSocietyYL2003YLbcfYLgdcdZda16.4 198

27 ₃pinZpolarizationLinLhalfZmetalsLTinvitedU[LJournalkofkAppliedkPhysicsYL2002YLjbYLidea 2.5 173

26 wirstZprinciplesLcalculationLofLtheLphononLspectrumLofLMgrlc·eLspinel[LPhysicalkReviewkBYL2002YLgfYL 3.3 56

25 PhononLspectrumLofLZnrlc·eLspinelLfromLinelasticLneutronLscatteringLandLfirstZprinciplesL
calculations[LPhysicalkReviewkBYL2002YLggYL 3.3 49

24 rmorphousLα·dkLaLfirstZprinciplesLapproach[LElectrochimicakActaYL2001YLegYLbjijZbjjd 6.7 46

23 PatterningLofL₃iTaabULwithLhalogenskL₃urfaceLstructureLasLaLfunctionLofLtheLhalogenLchemicalL
potential[LPhysicalkReviewkBYL2001YLgeYL 3.3 22

22 ₄owardsLbaaQLspinZpolarizedLchargeZinjectionkL₄heLhalfZmetallicLNiMn₃b]td₃Linterface[LPhysicalk
ReviewkBYL2001YLgeYL 3.3 166

21 ₄heLelectronicLstructureLofLtantalumLToxyUnitrides₄a·NLandL₄adNf[LJournalkofkMaterialskChemistryYL
2001YLbbYLbceiZbcfc 164
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20 –ithiumLtrappingLbyLexcessLoxygenLinLα·dkLrLfirstZprinciplesLstudy[LPhysicalkReviewkBYL2000YLgcYLbfaiZbfbb3.3 6

19 sondL₃cissionLinLaLPerfectLPolyethyleneLthainLandLtheLtonsequencesLforLtheL₅ltimateL₃trength[L
MacromoleculesYL2000YLddYLjajiZjbai 5.5 25

18 ·]NL·rderingLinLYc₃id·dNeLwithLtheLMeliliteZtypeL₃tructureLfromLwirstZPrinciplesLtalculations[L
ChemistrykofkMaterialsYL2000YLbcYLbahbZbahf 9.6 27
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15 ₄ransportLcoefficientsLofLliquidsLfromLfirstLprinciples[LJournalkofkNon-CrystallinekSolidsYL1999YL
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14 ₄heLviscosityLofLliquidLironLatLtheLphysicalLconditionsLofLtheLvarthSsLcore[LNatureYL1998YLdjcYLiafZiah 50.4 232

13 wirstZorderLphaseLtransitionsLbyLfirstZprinciplesLfreeZenergyLcalculationskL₄heLmeltingLofLrl[LPhysicalk
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12 wirstZprinciplesLstudyLofLchlorineLadsorptionLandLreactionsLonL₃iTbaaU[LPhysicalkReviewkBYL1998YLfhYLbaacbZbaacj3.3 44

11 ₂eversedLspinLpolarizationLatLtheLtoTaabUZyf·cTaabULinterface[LPhysicalkReviewkBYL1998YLfiYLbfeccZbfecf3.3 13

10 MechanismLforL₃itlcLwormationLandLuesorptionLandLtheLxrowthLofLPitsLinLtheLvtchingLofL₃iTbaaUL
withLthlorine[LPhysicalkReviewkLettersYL1997YLhiYLeihhZeiia 7.4 49

9 wirstLprinciplesLcalculationsLonLcrystallineLandLliquidLironLatLvarthSsLcoreLconditions[LFaradayk
DiscussionsYL1997YLbagYLcafZcbi 3.6 94

8 thlorineLonL₃iTaabUZTcLxLbUkLsridgeLversusL₄erminalLsonding[LPhysicalkReviewkLettersYL1996YLhhYLiibZiie 7.4 21

7 vlectronZionLcorrelationLinLliquidLmetalsLfromLfirstLprincipleskL–iquidLMgLandLliquidLsi[LPhysicalk
ReviewkLettersYL1995YLhfYLeeiaZeeid 7.4 31

6 wirstZprinciplesLmolecularZdynamicsLsimulationLofLliquidLtsPb[LJournalkofkChemicalkPhysicsYL1995YL
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3 ₃tructureLofLliquidLcaesiumZleadLalloys[LJournalkofkNon-CrystallinekSolidsYL1993YLbfgZbfiYLdeZdh 3.9 7
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