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j Paper IF Citations

119 SiestalHRecentHdevelopmentsHandHapplicationsZHJournalloflChemicallPhysicsVH2020VHcgdVHdbfcbj 3.9 69

118 tandHunfoldingHmadeHsimpleZHJournalloflPhysicslCondensedlMatterVH2020VHedVHdbgkbd 1.8 4

117 TheHuwus×HelectronicHstructureHlibraryHandHtheHmodularHsoftwareHdevelopmentHparadigmZHJournall
oflChemicallPhysicsVH2020VHcgeVHbdfcci 3.9 5

116 zighHwlectricalHuonductivityHofHSingleH×etalW₂rganicHuhainsZHAdvancedlMaterialsVH2018VHebVHecibghfg 24 11

115 ₂ptimizationHofHanHexchangeWcorrelationHdensityHfunctionalHforHwaterZHJournalloflChemicallPhysicsVH
2016VHcffVHddfcbc 3.9 23

114 RoomHtemperatureHcompressibilityHandHdiffusivityHofHliquidHwaterHfromHfirstHprinciplesZHJournallofl
ChemicallPhysicsVH2013VHcekVHckfgbd 3.9 51

113 stmosphericHcontaminantsHonHgraphiticHsurfacesZHCarbonVH2013VHhcVHeeWek 10.4 61

112 RecoveringHhiddenHtlochHcharacterlHUnfoldingHelectronsVHphononsVHandHslabsZHPhysicallReviewlBVH
2013VHjiVH 3.3 60

111 ‘ntrinsicHelectricalHconductivityHofHnanostructuredHmetalWorganicHpolymerHchainsZHNaturel
CommunicationsVH2013VHfVHcibk 17.4 56

110 uoordinationHchemistryHofHhWthioguanineHderivativesHwithHcobaltlHtowardHformationHofHelectricalH
conductiveHoneWdimensionalHcoordinationHpolymersZHInorganiclChemistryVH2013VHgdVHgdkbWk 5.1 26

109 ₂ptimalHfiniteWrangeHatomicHbasisHsetsHforHliquidHwaterHandHiceZHJournalloflPhysicslCondensedlMatterVH
2013VHdgVHfeggbf 1.8 19

108 snomalousHnuclearHquantumHeffectsHinHiceZHPhysicallReviewlLettersVH2012VHcbjVHckebbe 7.4 104

107 vispersionHinteractionsHinHroomWtemperatureHionicHliquidslHresultsHfromHaHnonWempiricalHdensityH
functionalZHJournalloflChemicallPhysicsVH2011VHcegVHcgfgbg 3.9 18

106 vensityVHstructureVHandHdynamicsHofHwaterlHtheHeffectHofHvanHderHWaalsHinteractionsZHJournallofl
ChemicallPhysicsVH2011VHcefVHbdfgch 3.9 220

105 sbHinitioHenergeticsHandHkineticsHstudyHofHzdHandHuzfHinHtheHS‘HclathrateHhydrateZHPhysicallReviewlBVH
2011VHjfVH 3.3 29

104 StabilityHandHelectronicHstructureHofH×WvNslHRoleHofHmetalHpositionZHPhysicallReviewlBVH2011VHjfVH 3.3 5

103 sdsorptionHandHelectronicHpropertiesHofH₄TuvsHmoleculesHonHSiRcccSâ��Riˆ�iSlHScanningHtunnelingH
microscopyHandHfirstWprinciplesHcalculationsZHPhysicallReviewlBVH2010VHjdVH 3.3 22
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102 StabilityVHadsorptionVHandHdiffusionHofHuzâ��VHu₂â��VHandHzâ��HinHclathrateHhydratesZHPhysicallReviewlLettersVH
2010VHcbgVHcfgkbc 7.4 75

101 zollowHueNfHnanoclustersHfromHfirstHprinciplesZHPhysicallReviewlBVH2010VHjdVH 3.3 7

100 xlexibilityHinHaH×etalâ��₂rganicHxrameworkH×aterialHuontrolledHbyHWeakHvispersionHxorceslHTheH
tistabilityHofH×‘LWgeRslSZHAngewandtelChemieVH2010VHcddVHihheWihhg 3.6 30

99 xlexibilityHinHaHmetalWorganicHframeworkHmaterialHcontrolledHbyHweakHdispersionHforceslHtheH
bistabilityHofH×‘LWgeRslSZHAngewandtelChemiel-lInternationallEditionVH2010VHfkVHigbcWe 16.4 141

98 snomalousHelectronWphononHinteractionHinHdopedHLaxess₂lHxirstWprinciplesHcalculationsZHPhysicall
ReviewlBVH2009VHikVH 3.3 29

97 ₂ptimalHxourierHfilteringHofHaHfunctionHthatHisHstrictlyHconfinedHwithinHaHsphereZHComputerlPhysicsl
CommunicationsVH2009VHcjbVHccefWcceh 4.2 1

96 wfficientHimplementationHofHaHvanHderHWaalsHdensityHfunctionallHapplicationHtoHdoubleWwallHcarbonH
nanotubesZHPhysicallReviewlLettersVH2009VHcbeVHbkhcbd 7.4 1208

95 szafullereneWlikeHnanosizedHclustersZHACSlNanoVH2009VHeVHeegdWi 16.7 10

94 wnergeticsHandHdynamicsHofHzRdSHadsorbedHinHaHnanoporousHmaterialHatHlowHtemperatureZHPhysicall
ReviewlLettersVH2009VHcbeVHbkhcbe 7.4 88

93 TheHS‘wSTsHmethodmHdevelopmentsHandHapplicabilityZHJournalloflPhysicslCondensedlMatterVH2008VHdbVHbhfdbj1.8 364

92 ₂rderWNHandHembeddedWclusterHfirstWprinciplesHvxTHcalculationsHusingHS‘wSTsa×osaicoZHTheoreticall
ChemistrylAccountsVH2007VHccjVHgfcWgfi 1.9 9

91 SeparatingHtheHarticlesHofHauthorsHwithHtheHsameHnameZHScientometricsVH2007VHidVHdjcWdkb 3 30

90 sHrationalHindicatorHofHscientificHcreativityZHJournalloflInformetricsVH2007VHcVHcdeWceb 3.1 32

89 xormationHofHgoldHnanowiresHwithHimpuritieslHaHfirstWprinciplesHmolecularHdynamicsHsimulationZH
PhysicallReviewlLettersVH2007VHkjVHbkhcbd 7.4 25

88 vesignHofHmolecularHwiresHbasedHonHoneWdimensionalHcoordinationHpolymersZHAppliedlPhysicslLettersVH
2007VHkbVHckecbi 3.4 24

87 ×agnetismHofHtwoWdimensionalHdefectsHinH₄dlHStackingHfaultsVHtwinHboundariesVHandHsurfacesZH
PhysicallReviewlBVH2006VHifVH 3.3 39

86 yeometryHandHelectronicHstructureHofH×WvNsHR×oZndUVHuodUVHandHxedUSZHPhysicallReviewlBVH2006VH
ieVH 3.3 56

85 ₄lanarHandHcagelikeHstructuresHofHgoldHclusterslHvensityWfunctionalHpseudopotentialHcalculationsZH
PhysicallReviewlBVH2006VHieVH 3.3 104
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84 vislocationHformationHfromHaHsurfaceHstepHinHsemiconductorslHsnHabHinitioHstudyZHPhysicallReviewlBVH
2006VHieVH 3.3 41

83 xilteringHaHdistributionHsimultaneouslyHinHrealHandHxourierHspaceZHPhysicallReviewlBVH2006VHieVH 3.3 9

82 wfficientHandHreliableHmethodHforHtheHsimulationHofHscanningHtunnelingHimagesHandHspectraHwithH
localHbasisHsetsZHPhysicalStatuslSolidiluBv:lBasiclResearchVH2006VHdfeVHcbjbWcbkf 1.3 26

81 uommentHonHL×agnetismHinHatomicWsizeHpalladiumHcontactsHandHnanowiresLZHPhysicallReviewlLetters
VH2006VHkhVHbikibcmHauthorHreplyHbikibd 7.4 30

80 StrainWdependenceHofHtheHelectronicHpropertiesHinHperiodicHquadrupleHhelicalHyfWwiresZHJournallofl
PhysicallChemistrylBVH2005VHcbkVHddebcWi 3.4 28

79 wlectronicHStructureHualculationsHwithHLocalizedH₂rbitalslHTheHSiestaH×ethodH2005VHiiWkc 3

78 xromHuoordinationH₄olymerH×acrocrystalsHtoHNanometricH‘ndividualHuhainsZHAdvancedlMaterialsVH
2005VHciVHcihcWcihg 24 70

77 TrendsHinHtheHstructureHandHbondingHofHneutralHandHchargedHnobleHmetalHclustersZHInternationall
JournalloflQuantumlChemistryVH2005VHcbcVHifbWifg 2.1 27

76 sHTheoreticalHStudyHofHvislocationHxormationHatHSurfacesHinHuovalentH×aterialslHwffectHofHStepH
yeometryHandHReactivityZHSolidlStatelPhenomenaVH2005VHcbjWcbkVHckeWckj 0.4

75 TipHandHsurfaceHdeterminationHfromHexperimentsHandHsimulationsHofHscanningHtunnelingHmicroscopyH
andHspectroscopyZHPhysicallReviewlLettersVH2005VHkfVHbghcbe 7.4 46

74 wxchangeHandHcorrelationHasHaHfunctionalHofHtheHlocalHdensityHofHstatesZHPhysicallReviewlBVH2004VHhkVH 3.3 5

73 SimulationsHofHmineralsHusingHdensityWfunctionalHtheoryHbasedHonHatomicHorbitalsHforHlinearHscalingZH
PhysicslandlChemistryloflMineralsVH2004VHecVHcdWdc 1.6 14

72 TrendsHinHtheHstructureHandHbondingHofHnobleHmetalHclustersZHPhysicallReviewlBVH2004VHibVH 3.3 472

71 vensityHfunctionalHsimulationHofHsmallHxeHnanoparticlesZHEuropeanlPhysicallJournallDVH2003VHdgVHdhcWdib 1.3 54

70 xirstHprinciplesHcalculationHofHtheHgeometricHandHelectronicHstructureHofHRsld₂eSnR₂xSHclustersHwithH
nZHThinlSolidlFilmsVH2003VHfdjVHdbhWdcb 2.2 8

69 SmallHpolaronsHinHdryHvNsZHPhysicallReviewlLettersVH2003VHkcVHcbjcbg 7.4 88

68 wlectronsHinHdryHvNsHfromHdensityHfunctionalHcalculationsZHMolecularlPhysicsVH2003VHcbcVHcgjiWcgkf 1.7 82

67 ×odelHzessianHforHacceleratingHfirstWprinciplesHstructureHoptimizationsZHPhysicallReviewlBVH2003VHhiVH 3.3 17
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66 wfficientHmixedWforceHfirstWprinciplesHmolecularHdynamicsZHPhysicallReviewlEVH2003VHhjVHbggibc 2.4 29

65 ×olecularHvynamicsHSimulationsHofHNanotubeHyrowthH2003VHfgWgh

64 TheHS‘wSTsHmethodHforabHinitioorderWNmaterialsHsimulationZHJournalloflPhysicslCondensedlMatterVH
2002VHcfVHdifgWdiik 1.8 7828

63 SystematicHgenerationHofHfiniteWrangeHatomicHbasisHsetsHforHlinearWscalingHcalculationsZHPhysicall
ReviewlBVH2002VHhhVH 3.3 228

62 StructuralHpatternsHofHunsupportedHgoldHclustersZHSolidlStatelCommunicationsVH2001VHcciVHhdcWhdg 1.6 28

61 xirstW₄rinciplesHSimulationsHofHstomicHStructureHandH×agnetismHinHxeHNanoparticlesZHMaterialsl
ResearchlSocietylSymposialProceedingsVH2001VHibfVHjkc

60 zybridHvNsWgoldHnanostructuredHmaterialslHanabHinitioapproachZHNanotechnologyVH2001VHcdVHcdhWcec 3.4 33

59 wvaluationHofHexchangeWcorrelationHenergyVHpotentialVHandHstressZHPhysicallReviewlBVH2001VHhfVH 3.3 26

58 xirstHprinciplesHstudyHofHtheHadsorptionHofHuhbHonHSiRcHcHcSZHSurfacelScienceVH2001VHfjdWfjgVHekWfe 1.8 13

57 SurfaceHlayeringHandHlocalHstructureHinHliquidHsurfacesZHSurfacelScienceVH2001VHfjdWfjgVHcecfWcecj 1.8 9

56 ZigzagHequilibriumHstructureHinHmonatomicHwiresZHSurfacelScienceVH2001VHfjdWfjgVHcdhcWcdhg 1.8 41

55 ‘nterplayHbetweenHtheoryHandHexperimentHinsolidHstateHinorganicHchemistryZHJournalloflMaterialsl
ChemistryVH2001VHccVHcWcb 14

54 VariationalHfiniteWdifferenceHrepresentationHofHtheHkineticHenergyHoperatorZHPhysicallReviewlBVH2001VH
hfVH 3.3 14

53 sHcomputationalHexplorationHofHcationHlocationsHinHhighWHsilicaHuaWuhabaziteZHStudieslinlSurfacel
SciencelandlCatalysisVH2000VHcdjVHjkWkj 1.8 5

52 SeeingHmolecularHorbitalsZHChemicallPhysicslLettersVH2000VHedcVHijWjd 2.5 111

51 TheHstructureHandHdynamicsHofHcrystallineHdureneHbyHneutronHscatteringHandHnumericalHmodellingH
usingHdensityHfunctionalHmethodsZHChemicallPhysicsVH2000VHdhcVHcjkWdbe 2.3 37

50 ×etallicHbondingHandHclusterHstructureZHPhysicallReviewlBVH2000VHhcVHgiicWgijb 3.3 157

49 uommentHonHL‘dentifyingHmolecularHorientationHofHindividualHuhbHonHaHSiRcccSWRixiSHSurfaceLZH
PhysicallReviewlLettersVH2000VHjgVHdhge 7.4 11
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48 sbsenceHofHdcWconductivityHinHlambdaWvNsZHPhysicallReviewlLettersVH2000VHjgVHfkkdWg 7.4 531

47 voHthiolsHmerelyHpassivateHgoldHnanoclustersqZHPhysicallReviewlLettersVH2000VHjgVHgdgbWc 7.4 142

46 SystematicHabHinitioHstudyHofHtheHelectronicHandHmagneticHpropertiesHofHdifferentHpureHandHmixedH
ironHsystemsZHPhysicallReviewlBVH2000VHhcVHcehekWcehfh 3.3 93

45 StiffH×onatomicHyoldHWiresHwithHaHSpinningHZigzagHyeometryZHPhysicallReviewlLettersVH1999VHjeVHejjfWejji7.4 227

44 tondingHandHdiffusionHofHtaHonHaHSiRbbcSHreconstructedHsurfaceZHPhysicallReviewlBVH1999VHhbVHfkhjWfkic 3.3 34

43 wnergeticsHofHtheHoxidationHandHopeningHofHaHcarbonHnanotubeZHPhysicallReviewlBVH1999VHhbVHRddbjWRddcc3.3 68

42 sbHinitioHstructuralVHelasticVHandHvibrationalHpropertiesHofHcarbonHnanotubesZHPhysicallReviewlBVH1999
VHgkVHcdhijWcdhjj 3.3 779

41 LinearWScalingHabWinitioHualculationsHforHLargeHandHuomplexHSystemsZHPhysicalStatuslSolidiluBv:lBasicl
ResearchVH1999VHdcgVHjbkWjci 1.3 839

40 wlectronicHStatesHinHaHxiniteHuarbonHNanotubelHsH₂neWvimensionalH−uantumHtoxZHPhysicallReviewl
LettersVH1999VHjdVHegdbWegde 7.4 165

39 stomicHlayeringHatHtheHliquidHsiliconHsurfacelHsHfirstWprinciplesHsimulationZHPhysicallReviewlBVH1999VH
hbVHRchdjeWRchdjh 3.3 37

38 SelfWconsistentHdensityWfunctionalHcalculationsHofHtheHgeometriesVHelectronicHstructuresVHandH
magneticHmomentsHofHNiWslHclustersZHPhysicallReviewlBVH1999VHhbVHdbdbWdbdf 3.3 85

37 TheHpuzzlingHstabilityHofHmonatomicHgoldHwiresZHSurfacelScienceVH1999VHfdhVHLffcWLffh 1.8 109

36 StructureHandHStabilityHofHanHsmorphousH×etalZHPhysicallReviewlLettersVH1998VHjcVHecgkWechd 7.4 22

35 LowestHwnergyHStructuresHofHyoldHNanoclustersZHPhysicallReviewlLettersVH1998VHjcVHchbbWchbe 7.4 334

34 NanocontactslH₄robingHwlectronicHStructureHunderHwxtremeHUniaxialHStrainsZHPhysicallReviewlLettersVH
1997VHikVHfckjWfdbc 7.4 33

33 wlectronicHStructureHUnderHwxtremeHUniaxialHStrainslHuonductanceHinH×etallicHNanocontactsZH
MaterialslResearchlSocietylSymposialProceedingsVH1997VHfkkVHcie

32 vensityWfunctionalHmethodHforHveryHlargeHsystemsHwithHLus₂HbasisHsetsH1997VHhgVHfgeWfhc 1360

31 SelfWconsistentHorderWNHdensityWfunctionalHcalculationsHforHveryHlargeHsystemsZHPhysicallReviewlBVH
1996VHgeVHRcbffcWRcbfff 3.3 2229
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30 snalysisHofHatomicHorbitalHbasisHsetsHfromHtheHprojectionHofHplaneWwaveHresultsZHJournalloflPhysicsl
CondensedlMatterVH1996VHjVHejgkWejjb 1.8 146

29 ulusterHdiffusionHbyHevaporationWcondensationZHPhysicallReviewlBVH1996VHgeVHRcbgfbWRcbgfe 3.3 49

28 ₄rojectionHofHplaneWwaveHcalculationsHintoHatomicHorbitalsZHSolidlStatelCommunicationsVH1995VHkgVHhjgWhkb1.6 359

27 ×onteHuarloHsimulationHofHclusterHdiffusionHinHaHtriangularHlatticeZHPhysicallReviewlBVH1994VHgbVHggijWggjc3.3 26

26 uommentHonHLsllWelectronHandHpseudopotentialHforceHcalculationsHusingHtheH
linearizedWaugmentedWplaneWwaveHmethodLZHPhysicallReviewlBVH1993VHfiVHhijfWhijh 3.3 23

25 ₂ptimalHmeshesHforHintegralsHinHrealWHandHreciprocalWspaceHunitHcellsZHPhysicallReviewlBVH1992VHfgVHcejkcWcejkj3.3 228

24 wnergeticsHofHpointHandHplanarHdefectsHinHaluminiumHfromHfirstWprinciplesHcalculationsZHSolidlStatel
CommunicationsVH1991VHijVHjgiWjhc 1.6 26

23 vefectHenergeticsHinHaluminiumZHJournalloflPhysicslCondensedlMatterVH1991VHeVHjiiiWjikd 1.8 24

22 ₂nsetHandHevolutionHofHâ��â��magicHnumbersâ��â��HinHmassHspectraHofHmolecularHclustersZHJournalloflChemicall
PhysicsVH1991VHkgVHdkdiWdkeg 3.9 32

21 uommentHonHLTheoryHofHidealHmetalsLZHPhysicallReviewlLettersVH1991VHhiVHebff 7.4 11

20 sugmentedWplaneWwaveHforcesZHPhysicallReviewlBVH1990VHfdVHkidjWkiec 3.3 122

19 SimpleHformulaHforHtheHatomicHforcesHinHtheHaugmentedWplaneWwaveHmethodZHPhysicallReviewlBVH
1989VHfbVHcghbWcghf 3.3 140

18 WorkHfunctionHandHimageWplaneHpositionHofHmetalHsurfacesZHPhysicallReviewlBVH1988VHeiVHjibcWjibh 3.3 54

17 uoulombHfragmentationHofHdoublyHionizedHmolecularHclustersZHPhysicallReviewlAVH1988VHeiVHcfbcWcfbg 2.6 30

16 vissociationHchannelsHofHmultiplyHchargedHvanHderHWaalsHclustersZHPhysicallReviewlAVH1988VHejVHedehWedfj2.6 94

15 WorkHfunctionHofHmetalsHuponHalkaliWmetalHadsorptionlH₂verlayerHrelaxationZHPhysicallReviewlBVH
1987VHehVHefgdWefgf 3.3 30

14 vissociationHchannelsHforHmultiplyHchargedHclustersZHPhysicallReviewlLettersVH1986VHghVHcggcWcggf 7.4 86

13 SelfWconsistentHimageHpotentialHinHaHmetalHsurfaceZHPhysicallReviewlBVH1986VHefVHhihiWhihk 3.3 75
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12 ‘nteratomicHforcesHinHscanningHtunnelingHmicroscopylHyiantHcorrugationsHofHtheHgraphiteHsurfaceZH
PhysicallReviewlLettersVH1986VHgiVHfffWffi 7.4 335

11 ×agicHnumbersHforHpositivelyHchargedHrareWgasHclustersZHChemicallPhysicslLettersVH1985VHccfVHcgWcj 2.5 54

10 ×onteHuarloHandHmolecularHdynamicsHstudiesHofHmicroclustersH1985VHcfeWcgb 1

9 wvaporationHofHsmallHclustersHofHnobleHgasesHbyHionizationZHSurfacelScienceVH1985VHcghVHcdcWcdg 1.8 61

8 wlectronWmetalWsurfaceHinteractionHpotentialHwithHvacuumHtunnelinglH₂bservationHofHtheHimageH
forceZHPhysicallReviewlBVH1984VHebVHfjchWfjcj 3.3 204

7 TheHeffectHofHionizationHonHmagicHnumbersHofHrareWgasHclustersZHChemicallPhysicslLettersVH1984VHcbkVHicWig2.5 96

6 zowHmuchHquantitativeHinformationHmayHbeHexpectedHfromHprogrammedHdesorptionHexperimentsqZH
SurfacelScienceVH1983VHcdfVHgheWgib 1.8 31

5 wvaporationHofHclustersHduringHfreeHflightHafterHhomogeneousHnucleationHinHnozzleHexpansionZH
PhysicallReviewlAVH1983VHdiVHeebiWeecb 2.6 28

4 NonequilibriumHinternalHandHtranslationalHtemperatureHofHclustersHinHhomogeneousHnucleationZH
PhysicallReviewlAVH1983VHdiVHeebbWeebh 2.6 21

3 slternativeHexactHmethodHforHrandomHwalksHonHfiniteHandHperiodicHlatticesHwithHtrapsZHPhysicall
ReviewlBVH1982VHdhVHcbhiWcbib 3.3 1

2 ×icroclusterHyrowthlHTransitionHfromHSuccessiveH×onomerHsdditionHtoHuoagulationZHPhysicall
ReviewlLettersVH1982VHfkVHcjgiWcjhb 7.4 98

1 ×onteHuarloHualculationHofHsrgonHulustersHinHzomogeneousHNucleationZHPhysicallReviewlLettersVH
1981VHfiVHcjhWckb 7.4 67
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