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n Paper IF Citations

149 QUp“üUMHt×–¯t××”iHaHmodularHandHopenWsourceHsoftwareHprojectHforHquantumHsimulationsHofH
materialsXHJournaleofePhysicseCondensedeMatterVH2009VHa]VHbhdd[a 1.8 13251

148 –hononsHandHrelatedHcrystalHpropertiesHfromHdensityWfunctionalHperturbationHtheoryXHReviewseofe
ModernePhysicsVH2001VHfbVHd]dWdea 40.5 5812

147 pdvancedHcapabilitiesHforHmaterialsHmodellingHwithHQuantumHt×–¯t××”XHJournaleofePhysicse
CondensedeMatterVH2017VHahVHcedh[] 1.8 2275

146 ‘inearHresponseHapproachHtoHtheHcalculationHofHtheHeffectiveHinteractionHparametersHinHtheH‘spUUH
methodXHPhysicaleRevieweBVH2005VHf]VH 3.3 2134

145 pbHinitioHcalculationHofHphononHdispersionsHinHsemiconductorsXHPhysicaleRevieweBVH1991VHcbVHfab]Wfaca 3.3 1348

144 ¯eproducibilityHinHdensityHfunctionalHtheoryHcalculationsHofHsolidsXHScienceVH2016VHbd]VHaadb[[[ 33.3 784

143 “onlocalHvanHderH∕aalsHdensityHfunctionalHmadeHsimpleHandHefficientXHPhysicaleRevieweBVH2013VHgfVH 3.3 373

142 wubbardWcorrectedHsuüHenergyHfunctionalsiHüheH‘spUUHdescriptionHofHcorrelatedHsystemsXH
InternationaleJournaleofeQuantumeChemistryVH2014VH]]cVH]cWch 2.1 359

141 üamingHmultipleHvalencyHwithHdensityHfunctionalsiHpHcaseHstudyHofHdefectiveHceriaXHPhysicaleRevieweBVH
2005VHf]VH 3.3 347

140 tlectronicHandHatomisticHstructuresHofHcleanHandHreducedHceriaHsurfacesXHJournaleofePhysicale
ChemistryeBVH2005VH][hVHaage[Wf 3.4 314

139 ‘atticeHdynamicsHofHmetalsHfromHdensityWfunctionalHperturbationHtheoryXHPhysicaleRevieweBVH1995VH
d]VHeffbWeffe 3.3 232

138 wighWpressureHlatticeHdynamicsHandHthermoelasticityHofHMg”XHPhysicaleRevieweBVH2000VHe]VHgfhbWgg[[ 3.3 229

137 QuantumHt×–¯t××”HtowardHtheHexascaleXHJournaleofeChemicalePhysicsVH2020VH]daVH]dc][d 3.9 227

136 uirstWprinciplesHdeterminationHofHelasticHanisotropyHandHwaveHvelocitiesHofHMg”HatHlowerHmantleH
conditionsXHScienceVH1999VHageVH]f[dWf 33.3 218

135 ×pinHtransitionHinHmagnesiowˆ…stiteHinHearthQsHlowerHmantleXHPhysicaleRevieweLettersVH2006VHheVH]hgd[] 7.4 208

134 pbHinitioHcalculationHofHphononHdispersionsHinHxxW−xHsemiconductorsXHPhysicaleRevieweBVH1993VHcfVHbdggWbdha3.3 196

133 ühermoelasticHpropertiesHofHMg×i”RbSWperovskiteiHinsightsHonHtheHnatureHofHtheHtarthQsHlowerH
mantleXHPhysicaleRevieweLettersVH2004VHhaVH[]gd[] 7.4 179
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132 ¯eplyHtoHâ��rommentHonHâ��üamingHmultipleHvalencyHwithHdensityHfunctionalsiHpHcaseHstudyHofHdefectiveH
ceriaQHâ��XHPhysicaleRevieweBVH2005VHfaVH 3.3 161

131 –iezoelectricHpropertiesHofHxxxW−HsemiconductorsHfromHfirstWprinciplesHlinearWresponseHtheoryXH
PhysicaleRevieweLettersVH1989VHeaVHagdbWagde 7.4 161

130 ×tructureHandHthermodynamicsHofH×ixve]WxHalloysHfromHabHinitioHMonteHrarloHsimulationsXHPhysicale
RevieweLettersVH1991VHeeVHa]]eWa]]h 7.4 144

129 uirstWprinciplesHcodesHforHcomputationalHcrystallographyHinHtheHQuantumWt×–¯t××”HpackageXH
ZeitschrifteFureKristallographieeteCrystallineeMaterialsVH2005VHaa[VH 1 122

128 üemplatedHgrowthHofHmetalWorganicHcoordinationHchainsHatHsurfacesXHAngewandteeChemieete
InternationaleEditionVH2005VHccVHe]caWd 16.4 118

127 pbHinitioHlatticeHdynamicsHofHMg×i”bHperovskiteHatHhighHpressureXHPhysicaleRevieweBVH2000VHeaVH]cfd[W]cfde3.3 116

126 tfficientHcalculationHofHexactHexchangeHandH¯–pHcorrelationHenergiesHinHtheHadiabaticWconnectionH
fluctuationWdissipationHtheoryXHPhysicaleRevieweBVH2009VHfhVH 3.3 109

125 uirstWprinciplesHcalculationHofHtheHthermalHpropertiesHofHsilverXHPhysicaleRevieweBVH1999VHdhVHhedWheh 3.3 109

124 wydrogenHandHcoordinationHbondingHsupramolecularHstructuresHofHtrimesicHacidHonHruR]][SXHJournale
ofePhysicaleChemistryeAVH2007VH]]]VH]adghWe[b 2.8 107

123 –hononHdispersionsHinHvaxpl]WxpsHalloysXHPhysicaleRevieweLettersVH1990VHedVHgcWgf 7.4 104

122 pbHinitioHcalculationHofHtheHthermalHpropertiesHofHruiH–erformanceHofHtheH‘spHandHvvpXHPhysicale
RevieweBVH2002VHedVH 3.3 91

121 tffectsHofHdisorderHonHtheH¯amanHspectraHofHvapsZplpsHsuperlatticesXHPhysicaleRevieweBVH1992VHcdVHcag[Wcagg3.3 87

120 ˛–kWm˛†HphaseHtransitionHinHtiniHpHtheoreticalHstudyHbasedHonHdensityWfunctionalHperturbationHtheoryXH
PhysicaleRevieweBVH1998VHdfVH][ca]W][cab 3.3 86

119 xnteractionHofHhydrogenHwithHceriumHoxideHsurfacesiHaHquantumHmechanicalHcomputationalHstudyXH
JournaleofePhysicaleChemistryeBVH2006VH]][VH]hbg[Wd 3.4 77

118 pbHinitioHphononHdispersionsHofHueHandH“iXHPhysicaleRevieweBVH2000VHeaVHafbWaff 3.3 77

117 –hononsHinH×iWveHsystemsiHpnHabHinitioHinteratomicWforceWconstantHapproachXHPhysicaleRevieweBVH1992
VHceVHac]aWac]h 3.3 77

116 wighWpressureHthermalHexpansionVHbulkHmodulusVHandHphononHstructureHofHdiamondXHPhysicaleReviewe
BVH1999VHe[VHhcccWhcch 3.3 70

115 xnWplaneH¯amanHscatteringHofHR[[]SW×iZveHsuperlatticesiHüheoryHandHexperimentXHPhysicaleRevieweBVH
1994VHchVHdc[eWdc]c 3.3 70

(1994-2005)
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114 −acancyHselfWdiffusionHparametersHinHtungsteniHuiniteHelectronWtemperatureH‘spHcalculationsXH
PhysicaleRevieweBVH1998VHdfVH]]]gcW]]]ha 3.3 69

113 ×uccessfulHaHprioriHmodelingHofHr”HadsorptionHonH–tR]]]SHusingHperiodicHhybridHdensityHfunctionalH
theoryXHJournaleofetheeAmericaneChemicaleSocietyVH2007VH]ahVH][c[aWf 16.4 67

112 ×tructuralVHelectronicVHandHmagneticHpropertiesHofHuea×i”cHfayaliteiHromparisonHofH‘spHandHvvpH
resultsXHPhysicaleRevieweBVH2003VHefVH 3.3 65

111 tngineeringHtheHreactivityHofHmetalHcatalystsiHaHmodelHstudyHofHmethaneHdehydrogenationHonH
¯hR]]]SXHJournaleofetheeAmericaneChemicaleSocietyVH2004VH]aeVH]efbaWb 16.4 63

110 −ibrationalHpropertiesHofHMn”HandH“i”HfromHsuüHUUWbasedHdensityHfunctionalHperturbationHtheoryXH
PhysicaleRevieweBVH2011VHgcVH 3.3 62

109 –hononH×ofteningHandH×uperconductivityHinHüelluriumHunderH–ressureXHPhysicaleRevieweLettersVH1996
VHffVH]]d]W]]dc 7.4 59

108 xsobaricHfirstWprinciplesHmolecularHdynamicsHofHliquidHwaterHwithHnonlocalHvanHderH∕aalsH
interactionsXHJournaleofeChemicalePhysicsVH2015VH]caVH[bcd[] 3.9 57

107 ∕hatHdeterminesHtheHcatalystQsHselectivityHinHtheHethyleneHepoxidationHreactionXHJournaleofeCatalysisVH
2008VHadcVHb[cWb[h 7.3 57

106 ×tructureHandHphaseHstabilityHofHvaxxn]Wx–HsolidHsolutionsHfromHcomputationalHalchemyXHPhysicale
RevieweLettersVH1994VHfaVHc[[]Wc[[c 7.4 56

105 üemperatureWdependentHsurfaceHrelaxationsHofHpgR]]]SXHPhysicaleRevieweBVH1999VHdhVHhf[Whfc 3.3 53

104 pnomalousHthermodynamicHpropertiesHinHferropericlaseHthroughoutHitsHspinHcrossoverXHPhysicale
RevieweBVH2009VHg[VH 3.3 52

103 üuningHtheHmorphologyHofHgoldHclustersHbyHsubstrateHdopingXHJournaleofetheeAmericaneChemicale
SocietyVH2011VH]bbVHag[]Wb 16.4 51

102 üheoryHofHtheHpnomalousH¯ayleighHsispersionHatHwZ∕R]][SH×urfacesXHPhysicaleRevieweLettersVH1996VH
ffVHach]Wachc 7.4 50

101 uirstHprinciplesHthermoelasticityHofHMg×i”bWperovskiteiHronsequencesHforHtheHinferredHpropertiesHofH
theHlowerHmantleXHGeophysicaleResearcheLettersVH2001VHagVHaehhWaf[a 4.9 49

100 ×tructuralHevolutionHofHaminoHacidHcrystalsHunderHstressHfromHaHnonWempiricalHdensityHfunctionalXH
JournaleofePhysicseCondensedeMatterVH2012VHacVHcaca[h 1.8 48

99 MethaneHdehydrogenationHonH¯horuR]]]SiHaHfirstWprinciplesHstudyHofHaHmodelHcatalystXHJournaleofe
theeAmericaneChemicaleSocietyVH2006VH]agVH]accgWdc 16.4 48

98 xnterfaceHmodeHinH×iZveHsuperlatticesiHüheoryHandHexperimentsXHPhysicaleRevieweBVH1993VHcgVHghdhWghea 3.3 48

97 uirstWprinciplesHstudyHofHtheHthermalHexpansionHofHqeR][]´fl[SXHPhysicaleRevieweBVH2002VHedVH 3.3 47
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96 tlectronWphononHinteractionHatHtheHqeR[[[]SHsurfaceXHPhysicaleRevieweLettersVH2003VHh]VH]eeg[b 7.4 44

95 pbHxnitioH×tudyHofHqeHR[[[]SH×urfaceHühermalHtxpansionXHPhysicaleRevieweLettersVH1998VHg]VHa[heWa[hh 7.4 44

94 üheHxnteractionHofHtthyleneHwithH–erfectHandHsefectiveHpgR[[]SH×urfacesXHJournaleofePhysicale
ChemistryeBVH2002VH][eVHhgbhWhgce 3.4 43

93 pnisotropicHthermalHexpansionHinHsilicatesiHpHdensityHfunctionalHstudyHofH˛†WeucryptiteHandHrelatedH
materialsXHPhysicaleRevieweBVH2000VHeaVH]]cgfW]]chb 3.3 43

92 pbHinitioHphononHcalculationsHinHsolidsXHPhysicaeB:eCondensedeMatterVH1996VHa]hWaa[VHcbhWcc] 2.8 43

91 pbHinitioHafplH“M¯HchemicalHshiftsHandHquadrupolarHparametersHforHpla”bHphasesHandHtheirH
precursorsXHPhysicaleRevieweBVH2011VHgcVH 3.3 42

90 wighlyHunderWcoordinatedHatomsHatH¯hHsurfacesiHinterplayHofHstrainHandHcoordinationHeffectsHonHcoreH
levelHshiftXHNeweJournaleofePhysicsVH2007VHhVH]cbW]cb 2.9 42

89 pdsorptionHofHatomicHoxygenHonHpgRSiHaHstudyHbasedHonHdensityWfunctionalHtheoryXHSurfaceeScienceVH
2002VHd[]VH]gaW]h[ 1.8 42

88 üheHmechanismHforHtheHbˆ�bHdistortionHofH×nZveR]]]SXHSurfaceeScienceVH2000VHcdcWcdeVH]faW]ff 1.8 41

87 ×tructuralHandHtlectronicH–ropertiesHofHaH∕ideWvapHQuaternaryH×olidH×olutioniHRγnVHMgSHR×VH×eSXH
PhysicaleRevieweLettersVH1998VHg[VHchbhWchca 7.4 40

86 üheHreconstructionHofH¯hR[[]SHuponHoxygenHadsorptionXHSurfaceeScienceVH1998VHc][VH]d]W]df 1.8 38

85 sipoleWQuadrupoleHxnteractionsHandHtheH“atureHofH–haseHxxxHofHrompressedHwydrogenXHPhysicale
RevieweLettersVH1999VHgbVHc[hfWc][[ 7.4 38

84 tffectsHofHdisorderHonHtheHvibrationalHpropertiesHofH×iveHalloysiHuailureHofHmeanWfieldH
approximationsXHPhysicaleRevieweLettersVH1992VHehVH]hdhW]hea 7.4 38

83 roreHlevelHshiftsHofHundercoordinatedH–tHatomsXHJournaleofeChemicalePhysicsVH2008VH]agVH]]cf[e 3.9 37

82 xnfraredHreflectivityHbyHtransverseWopticalHphononsHinHRvapsSmZRplpsSnHultrathinWlayerHsuperlatticesXH
PhysicaleRevieweBVH1991VHcbVH]cfdcW]cfdf 3.3 37

81 üheHreconstructionHofHnickelHandHrhodiumHR[[]SHsurfacesHuponHcarbonVHnitrogenHorHoxygenH
adsorptionsXHSurfaceeScienceVH1999VHcbfVH]gWag 1.8 36

80 rorrelationHenergyHwithinHexactWexchangeHadiabaticHconnectionHfluctuationWdissipationHtheoryiH
×ystematicHdevelopmentHandHsimpleHapproximationsXHPhysicaleRevieweBVH2014VHh[VH 3.3 35

79 pnomalousHpressureWinducedHtransitionRsSHinHiceHαxXHPhysicaleRevieweLettersVH2004VHhaVH][dd[a 7.4 35

(2004-2003)
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78 sisproportionationHphenomenaHonHfreeHandHstrainedH×nZveR]]]SHandH×nZ×iR]]]SHsurfacesXHPhysicale
RevieweLettersVH2002VHghVH]aeg[b 7.4 35

77 r”â��–tR]]]SiHvvpHdensityHfunctionalHstudyHofHsiteHpreferenceHforHadsorptionXHPhysicaleRevieweBVH2008VH
ffVH 3.3 34

76 pdsorptionHofHchlorineHonHpgR]]]SiH“oHsubsurfaceHrlHatHlowHcoverageXHPhysicaleRevieweBVH2008VHfgVH 3.3 33

75 pbHinitioHselfWconsistentHtotalWenergyHcalculationsHwithinHtheHtααZ¯–pHformalismXHPhysicaleRevieweBVH
2014VHh[VH 3.3 32

74 uirstWprinciplesHstudyHofHvacancyHformationHandHmigrationHenergiesHinHtantalumXHPhysicaleRevieweBVH
1999VHe[VHf[[]Wf[[d 3.3 31

73 ”rderâ��disorderHphaseHboundaryHbetweenHiceH−xxHandH−xxxHobtainedHbyHfirstHprinciplesXHChemicale
PhysicseLettersVH2010VHchhVHabeWac[ 2.5 30

72 ×tructureHandHdynamicsHofHoxygenHadsorbedHonHpgR][[SHvicinalHsurfacesXHPhysicaleRevieweBVH2004VH
ehVH 3.3 29

71 “anoW×caleHrorrugationsHinHvrapheneiHpHsensityHuunctionalHüheoryH×tudyHofH×tructureVHtlectronicH
–ropertiesHandHwydrogenationXHJournaleofePhysicaleChemistryeCVH2015VH]]hVHfh[[Wfh][ 3.8 28

70
rompleteH]brH“M¯HchemicalHshiftsHassignmentHforHcholesterolHcrystalsHbyHcombinedHr–WMp×H
spectralHeditingHandHabHinitioHvx–p∕HcalculationsHwithHdispersionHforcesXHJournaleofePhysicale
ChemistryeAVH2012VH]]eVHbfedWh

2.8 27

69 pnalysisHofHmethaneWtoWmethanolHconversionHonHcleanHandHdefectiveH¯hHsurfacesXHJournaleofe
ChemicalePhysicsVH2006VH]adVHccf[] 3.9 27

68 veometricHandHelectronicHstructureHofHtheH“â��¯hR][[SHsystemHbyHcoreWlevelHphotoelectronH
spectroscopyiHtxperimentHandHtheoryXHPhysicaleRevieweBVH2006VHfcVH 3.3 27

67 pbWinitioHdynamicalHpropertiesHofHtheHqeR[[[]SHsurfaceXHSurfaceeScienceVH1998VHc[aWc[cVHf]dWf]g 1.8 26

66 wighWprecisionHcalculationHofHwartreeWuockHenergyHofHcrystalsXHJournaleofeComputationaleChemistryVH
2008VHahVHa[hgW][e 3.5 24

65 qeyondHtheHrandomHphaseHapproximationHwithHaHlocalHexchangeHvertexXHPhysicaleRevieweBVH2018VHhgVH 3.3 23

64 ×tructuralHmodelsHofHactivatedH˛‡WaluminaHsurfacesHrevisitediHühermodynamicsVH“M¯HandHx¯H
spectroscopiesHfromHabHinitioHcalculationsXHChemicalePhysicsVH2013VHcabVHeaWfa 2.3 23

63 tnhancedHrhemicalH¯eactivityHofHUnderWroordinatedHptomsHatH–tâ��¯hHqimetallicH×urfacesiHpH
×pectroscopicHrharacterizationXHJournaleofePhysicaleChemistryeCVH2011VH]]dVHbbfgWbbgc 3.8 23

62 üowardHanHaccurateHandHefficientHtheoryHofHphysisorptionXHxXHsevelopmentHofHanHaugmentedH
densityWfunctionalHtheoryHmodelXHJournaleofePhysicaleChemistryeAVH2008VH]]aVHhhhbW][[d 2.8 23

61 xnterplayHbetweenHbondingHandHmagnetismHinHtheHbindingHofH“”HtoH¯hHclustersXHJournaleofeChemicale
PhysicsVH2008VH]agVH]hcf[g 3.9 23
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60 ×urfaceHstructureHandHcoreWlevelHshiftsHinHleadHchalcogenideHR[[]SHsurfacesXHPhysicaleRevieweBVH2000VH
ebVH 3.3 23

59 pgWruHcatalystsHforHethyleneHepoxidationiHselectivityHandHactivityHdescriptorsXHJournaleofeChemicale
PhysicsVH2013VH]bgVH]gcf[f 3.9 20

58 pdsorptionHofHethyleneHonHtheHpgRSHsurfaceXHSurfaceeScienceVH2002VHd[fWd][VHeaWeg 1.8 20

57 –iezoelectricityHinHxxxW−HandHxxW−xHsemiconductorsiHpHsystematicHabWinitioHcalculationXHFerroelectricsVH
1990VH]]]VH]hWaa 0.6 20

56 uloatingHbondsHandHgapHstatesHinHaW×iHandHaW×iiwHfromHfirstHprinciplesHcalculationsXHEurophysicseLetters
VH1999VHcfVHcg]Wcge 1.6 19

55 suüHstudyHofHaHweaklyHpiWbondedHrawcHonHoxygenWcoveredHpgR][[SXHJournaleofePhysicaleChemistryeBVH
2006VH]][VHbefWfe 3.4 18

54 pbHinitioHstudyHofHphononsHinHwurtziteHplxva]â��x“HalloysXHAppliedePhysicseLettersVH2000VHfeVHa][]Wa][b 3.4 18

53 “atureHofHtheH−olumeHxsotopeHtffectHinHxceXHPhysicaleRevieweLettersVH2015VH]]dVH]fb[[d 7.4 17

52 pctivatedHpdsorptionHofHtthyleneHonHptomicW”xygenWroveredHpgR][[SHandHpgRa][SiHHuormationHofH
anH”xametallacycleXHJournaleofePhysicaleChemistryeCVH2008VH]]aVH][]hW][af 3.8 17

51 –ressureHinducedHhighHspinHtoHlowHspinHtransitionHinHmagnesiowˆ…stiteXHPhysicaeStatuseSolidienBo:eBasice
ResearchVH2006VHacbVHa]]]Wa]]e 1.3 17

50 pbHinitioHstudyHofHqeHsurfaceHdynamicalHpropertiesXHSurfaceeScienceVH2000VHcdcWcdeVHccaWcce 1.8 17

49 ˛¶WvlycineiHinsightHintoHtheHmechanismHofHaHpolymorphicHphaseHtransitionXHIUCrJVH2017VHcVHdehWdfc 4.7 17

48 MolecularHbondingHwithHtheH¯–pxiHuromHweakHdispersionHforcesHtoHstrongHcorrelationXHPhysicale
RevieweBVH2016VHhbVH 3.3 16

47 ×ubsurfaceH”xygenH×tabilizationHbyHaHühirdH×peciesiHHrarbonatesHonHpgRa][SXHJournaleofePhysicale
ChemistryeCVH2007VH]]]VH][habW][hb[ 3.8 15

46 ×tructureHandHdynamicsHofHtheHmissingWrowHreconstructionHonH”ZruR[[]SHandH”ZpgR[[]SXHSurfacee
ScienceVH2006VHe[[VHd[fcWd[fh 1.8 15

45 pdsorptionHofHethyleneHonHsteppedHpgRSHsurfacesXHSurfaceeScienceVH2004VHdeeWdegVH][]gW][ab 1.8 15

44 ”nWsurfaceHandHsubsurfaceHadsorptionHofHoxygenHonHsteppedHpgRa][SHandHpgRc][SHsurfacesXHSurfacee
ScienceVH2004VHdeeWdegVH]][fW]]]] 1.8 15

43
ühermodynamicHpropertiesHandHlatticeHdynamicsHofHsilverHatHhighHpressureiHpHfirstWprinciplesHstudyXH
TheePhilosophicaleMagazine:ePhysicseofeCondensedeMattereBseStatisticaleMechanicsseElectronicseOpticale
andeMagneticePropertiesVH1999VHfhVHh]]Wh]h

15

(1999-2000)
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42 wubbardWcorrectedHdensityHfunctionalHperturbationHtheoryHwithHultrasoftHpseudopotentialsXH
PhysicaleRevieweBVH2020VH][]VH 3.3 14

41 ×tabilityHofHxntermediateH×tatesHforHtthyleneHtpoxidationHonHpgâ��ruHplloyHratalystiHpHuirstW–rinciplesH
xnvestigationXHJournaleofePhysicaleChemistryeCVH2011VH]]dVH][[fbW][[fh 3.8 14

40 üheH“ibplR]]]SHsurfaceHstructureiHexperimentHandHtheoryXHJournaleofePhysicseCondensedeMatterVH
2008VHa[VH]hdaab 1.8 14

39 ×ixr]â��x”aHalloysiHpHpossibleHrouteHtoHstabilizeHcarbonWbasedHsilicaWlikeHsolidsnXHSolideStatee
CommunicationsVH2007VH]ccVHafbWafe 1.6 14

38 roWadsorptionHofHethyleneHandHoxygenHonHtheHpgR[[]SHsurfaceXHSurfaceeScienceVH2003VHdbaWdbdVH]h]W]hf 1.8 14

37 “”HadsorptionHonH¯hR][[SXHxXH×tructuralHcharacterizationHofHtheHadlayersXHJournaleofeChemicalePhysicsVH
2003VH]]hVH]adadW]adbb 3.9 14

36 tffectsHofHdisorderHonHtheHopticalHgapHofHRγnVMgSR×V×eSXHAppliedePhysicseLettersVH1999VHfdVHafceWafcg 3.4 13

35 ×urfaceHroreH‘evelH×hiftiHwighH×ensitiveH–robeHtoH”xygenWxnducedH¯econstructionHofH¯hR][[SXH
JournaleofePhysicaleChemistryeCVH2009VH]]bVH]b]haW]b]hg 3.8 12

34 −anHderH∕aalsHcoefficientsHofHatomsHandHmoleculesHfromHaHsimpleHapproximationHforHtheH
polarizabilityXHPhysicaleRevieweBVH2009VHfhVH 3.3 12

33 üheHR]HαH]SHWWmHhexagonalHstructuralHtransitionHonH–tR][[SHstudiedHbyHhighWenergyHresolutionHcoreH
levelHphotoemissionXHJournaleofeChemicalePhysicsVH2007VH]afVH]ecf[a 3.9 12

32 –hononsHinHnonlocalHvanHderH∕aalsHdensityHfunctionalHtheoryXHPhysicaleRevieweBVH2016VHhbVH 3.3 11

31 –hotoactivatedHprocessesHinHopticalHfibersiHgenerationHandHconversionHmechanismsHofHtwofoldH
coordinatedH×iHandHveHatomsXHNanotechnologyVH2017VHagVH]hda[a 3.4 10

30 –hononH×ofteningHandHtlasticHxnstabilitiesHinHtheHrubicWtoW”rthorhombicH×tructuralHüransitionHofH
rswXHPhysicaleRevieweLettersVH1997VHfgVHchdgWche] 7.4 10

29 ”nWsurfaceHandHsubWsurfaceHoxygenHadsorptionHonHpgRa][SiH−ibrationalHpropertiesXHSurfaceeScienceVH
2005VHdgfVHd[Wdc 1.8 10

28 ×urfaceHoscillatoryHthermalHexpansioniHMgR][]´fl[SXHPhysicaleRevieweBVH2001VHebVH 3.3 10

27 ¯oleHofHdefectsHinHtheHelectronicHpropertiesHofHamorphousZcrystallineH×iHinterfaceXHPhysicaleRevieweBVH
2001VHecVH 3.3 10

26 ×ubstrateHdopingiHpHstrategyHforHenhancingHreactivityHonHgoldHnanocatalystsHbyHtuningHspHbandsXH
JournaleofeChemicalePhysicsVH2015VH]cbVH]ccb[f 3.9 9

25 tffectiveHcoordinationHasHaHpredictorHofHadsorptionHenergiesiHpHmodelHstudyHofH“”HonH¯hR][[SHandH
¯hZMg”R][[SHsurfacesXHPhysicaleRevieweBVH2009VHfhVH 3.3 9
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24 uindingH¯eactionH–athwaysHandHüransitionH×tatesiHrWp¯ünHandHdWp¯ünHasHanHtfficientHandH−ersatileH
plternativeHtoH×tringHppproachesXHJournaleofeChemicaleTheoryeandeComputationVH2020VH]eVHefaeWefbc 6.4 9

23 ‘ithiumHpdsorptionHonHvrapheneHatHuiniteHüemperatureXHJournaleofePhysicaleChemistryeCVH2018VH]aaVHa[g[[Wa[g[g3.8 8

22 ”pticalHphononHprobesHofHtheHlateralHscaleHofHinterfaceHroughnessiHpHtheoreticalHinvestigationXH
SolidtStateeElectronicsVH1994VHbfVHea]Weac 1.7 8

21 MultilayerHthermalHexpansionHofHqeR[[[]SHdeterminedHfromHsurfaceHcoreHlevelHshiftsXHEurophysicse
LettersVH2003VHecVHbecWbf[ 1.6 7

20 −ibrationalHpropertiesHofH×iZveHsuperlatticesiHüheoryHandHinWplaneH¯amanHscatteringHexperimentsXH
SolidtStateeElectronicsVH1994VHbfVHfdfWfe[ 1.7 7

19 txperimentalHandHüheoreticalH×urfaceHroreH‘evelH×hiftH×tudyHofHtheH×W¯hR][[SH‘ocalHtnvironmentXH
JournaleofePhysicaleChemistryeCVH2007VH]]]VHc[[bWc[]b 3.8 6

18 tffectiveHcoordinationHnumberiHpHsimpleHindicatorHofHactivationHenergiesHforH“”HdissociationHonH
¯hR][[SHsurfacesXHPhysicaleRevieweBVH2009VHg[VH 3.3 5

17 sirectHMethaneWtoWMethanolHronversioniHHxnsightHfromHuirstW–rinciplesHralculationsXHJournaleofe
PhysicaleChemistryeCVH2007VH]]]VH]f[]dW]f[]h 3.8 5

16 üheHrtrpMHelectronicHstructureHlibraryHandHtheHmodularHsoftwareHdevelopmentHparadigmXHJournale
ofeChemicalePhysicsVH2020VH]dbVH[ac]]f 3.9 5

15 rompactHatomicHdescriptorsHenableHaccurateHpredictionsHviaHlinearHmodelsXHJournaleofeChemicale
PhysicsVH2021VH]dcVHaac]]a 3.9 5

14 pHparallelHorbitalWupdatingHbasedHplaneWwaveHbasisHmethodHforHelectronicHstructureHcalculationsXH
JournaleofeComputationalePhysicsVH2017VHbcgVHcgaWcha 4.1 4

13 sataWdrivenHsimulationHandHcharacterisationHofHgoldHnanoparticleHmeltingXHNatureeCommunicationsVH
2021VH]aVHe[de 17.4 4

12
roordinationHdefectsHinHamorphousHsiliconHandHhydrogenatedHamorphousHsiliconiHaHcharacterizationH
fromHfirstWprinciplesHcalculationsXHTheePhilosophicaleMagazine:ePhysicseofeCondensedeMattereBse
StatisticaleMechanicsseElectronicseOpticaleandeMagneticePropertiesVH2000VHg[VHd]dWda]

3

11 rollectiveHdipoleHeffectsHinHionicHtransportHunderHelectricHfieldsXHNatureeCommunicationsVH2020VH]]VHbbb[ 17.4 3

10 pHsystematicHapproachHtoHgeneratingHaccurateHneuralHnetworkHpotentialsiHtheHcaseHofHcarbonXHNpje
ComputationaleMaterialsVH2021VHfVH 10.9 3

9 vW–”HmicroWclusteringHinH–WdopedHsilicaHstudiedHbyHaHfirstWprinciplesH¯amanHinvestigationXHScientifice
ReportsVH2019VHhVHf]ae 4.9 2

8 –ublisherQsH“oteiHpnomalousHthermodynamicHpropertiesHinHferropericlaseHthroughoutHitsHspinH
crossoverHζ–hysXH¯evXHqHg[VH[]cc[hHRa[[hS]XHPhysicaleRevieweBVH2009VHg[VH 3.3 2

7 ×tructuralHandHelasticHpropertiesHofHstrainedHMg]â��x×rx×eHrevealedXHSolideStateeCommunicationsVH
2014VH]fgVHceWch 1.6 1

(2014-2020)
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6 −acancyH–ropertiesHxnHddHqccHüransitionHMetalsiHpbHxnitioH×tudyHptHuiniteHtlectronHüemperatureXH
MaterialseResearcheSocietyeSymposiaeProceedingsVH1997VHcg]VH]gh 1

5 pbHxnitioHralculationHofH–hononH×pectraHinH×emiconductorsiHfromH–ureHrrystalsHtoHplloysHandH
×uperlatticesH1993VHacbWaff 1

4 txchangeWcorrelationHerrorsHatHharmonicHandHanharmonicHordersiHtheHcaseHofHbulkHruXHBulletineofe
MaterialseScienceVH2003VHaeVHfdWfg 1.7 0

3 pctivationâ��¯elaxationHüechniqueiHpnHefficientHwayHtoHfindHminimaHandHsaddleHpointsHofHpotentialH
energyHsurfacesXHComputationaleMaterialseScienceVH2022VHa[hVH]]]beb 3.2 0

2 ×tructureHandHtnergeticsHofH−acanciesHinHqodyHrenteredHrubicHwafniumHunderH–ressureiH
uirstW–rinciplesH×tudyXHDefecteandeDiffusioneForumVH2001VH]hcW]hhVHahdWb[a 0.7

1 −ibrationalHpropertiesHofHisolatedHplpsHmonolayersHembeddedHinHvapsiHaHtheoreticalHstudyHofHtheH
effectsHofHdisorderXHAppliedeSurfaceeScienceVH1992VHdeWdgVHe]fWea] 6.7
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