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l Paper IF Citations

173 üheHdensityHfunctionalHformalismVHitsHapplicationsHandHprospectsXHReviewsfoffModernfPhysicsVH1989VH
e_VHeghWfce 40.5 3143

172 tensityHfunctionalHtheoryiHytsHoriginsVHriseHtoHprominenceVHandHfutureXHReviewsfoffModernfPhysicsVH
2015VHgfVHghfWhab 40.5 666

171 üheHsurfaceHenergyHofHaHboundedHelectronHgasXHJournalfoffPhysicsfF:fMetalfPhysicsVH1974VHcVH__f]W__ge 406

170 StructuralHphaseHtransitionsHonHtheHnanoscaleiHüheHcrucialHpatternHinHtheHphaseWchangeHmaterialsH
weaSbaüedHandHweüeXHPhysicalfReviewfBVH2007VHfeVH 3.3 373

169 SmallestHcarbonHnanotubeHisHbHaHinHdiameterXHPhysicalfReviewfLettersVH2004VHhaVH_add]a 7.4 244

168 SurfaceHbarrierHforHelectronsHinHmetalsXHPhysicalfReviewfBVH1988VHbfVHe__bWe_a] 3.3 240

167 tensityHfunctionalHtheoryHandHmolecularHbondingXHyyyXHyronWseriesHdimersXHJournalfoffChemicalfPhysicsVH
1979VHf]VHgb] 3.9 233

166 tensityHvunctionalHsalculationsHforHqtomsVH‘oleculesHandHslustersXHPhysicafScriptaVH1980VHa_VHbhcWc]_ 2.6 216

165 vromHlocalHstructureHtoHnanosecondHrecrystallizationHdynamicsHinHqgynSbüeHphaseWchangeHmaterialsXH
NaturefMaterialsVH2011VH_]VH_ahWbc 27 204

164 ulectronicHbandHstructureHandHcovalencyHinHdiamondWtypeHsemiconductorsXHJournalfoffPhysicsfC:fSolidf
StatefPhysicsVH1969VHaVHf_hWfba 200

163 StructureHofHsulfurHclustersHusingHsimulatedHannealingiHSaHtoHS_bXHJournalfoffChemicalfPhysicsVH1988VH
ghVHegabWegbd 3.9 198

162 SimulatedHannealingHstudyHofHneutralHandHchargedHclustersiHqlnHandHwanXHJournalfoffChemicalfPhysics
VH1993VHhhVH__hcW_a]e 3.9 175

161 SurfaceHbarrierHinHmetalsiHqHnewHmodelHwithHapplicationHtoH₁R]]_SXHPhysicalfReviewfBVH1984VHahVHecfcWecg]3.3 172

160 StructureHofHphosphorusHclustersHusingHsimulatedHannealingâ��—aHtoH—gXHJournalfoffChemicalfPhysicsVH
1990VHhaVHef_]Wefa_ 3.9 168

159 StructureHandHrondingHinHsarbonHslustersHs_cHtoHsaciHshainsVHRingsVHrowlsVH—latesVHandHsagesXH
PhysicalfReviewfLettersVH1997VHfhVHccbWcce 7.4 163

158 üotalWenergyHdifferencesiHSourcesHofHerrorHinHlocalWdensityHapproximationsXHPhysicalfReviewfBVH1985VH
b_VHfdggWfe]a 3.3 161

157 tensityHfunctionalHstudyHofHcarbonHclustersHsanHRaono_eSXHyXHStructureHandHbondingHinHtheHneutralH
clustersXHJournalfoffChemicalfPhysicsVH1999VH__]VHd_ghWda]] 3.9 158
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156 üheHstructureHofHseleniumHclustersHâ��HSebHü–HSegXHChemicalfPhysicsfLettersVH1987VH_bhVHdc]Wdcd 2.5 156

155 virstWprinciplesHmolecularWdynamicsHsimulationHofHliquidHandHamorphousHseleniumXHPhysicalfReviewfB
VH1991VHcbVHbgdeWbgf] 3.3 151

154 ‘olecularHbondingHinHwroupHyyqHdimersHreaâ��raaXHJournalfoffChemicalfPhysicsVH1979VHf_VH_b]]W_b]g 3.9 150

153 tensityHfunctionalHtheoryHandHmolecularHbondingXHyXHvirstWrowHdiatomicHmoleculesXHJournalfoff
ChemicalfPhysicsVH1999VHefVHbhf] 3.9 135

152 ‘uffinWtinHorbitalsHandHtheHtotalHenergyHofHatomicHclustersXHPhysicalfReviewfBVH1977VH_dVHb]afWb]bg 3.3 131

151 StructureHandHspinHinHsmallHironHclustersXHChemicalfPhysicsfLettersVH1995VHabbVHebaWebg 2.5 119

150 StructureHandHbondingHinHsmallHaluminumHclustersXHPhysicalfReviewfLettersVH1991VHefVHaacWaaf 7.4 117

149 tensityHfunctionalHstudyHofHstructureHandHbondingHinHlithiumHclustersH}inHandHtheirHoxidesH}in–XH
JournalfoffChemicalfPhysicsVH1997VH_]eVHcdeeWcdfc 3.9 106

148 rinaryHalloysHofHweHandHüeiHorderVHvoidsVHandHtheHeutecticHcompositionXHPhysicalfReviewfLettersVH2008VH
_]]VHa]dd]a 7.4 103

147 tensityHfunctionalHstudyHofHphosphorusHandHarsenicHclustersHusingHlocalHandHnonlocalHenergyH
functionalsXHJournalfoffChemicalfPhysicsVH1994VH_]]VHchc_Wchce 3.9 96

146 StructureHofHphosphorusHclustersHusingHsimulatedHannealingXHyyXH—hVH—_]VH—__VHanionsH—aâ��cVH—aâ��_]VH
—bâ��__VHandHcationsH—UnHtoHnm__XHJournalfoffChemicalfPhysicsVH1992VHheVHfdecWfdfa 3.9 91

145 tensityHfunctionalHstudyHofHamorphousVHliquidHandHcrystallineHweRaSSbRaSüeRdSiHhomopolarHbondsH
and[orHqrHalternationoXHJournalfoffPhysicsfCondensedfMatterVH2008VHa]VHced_]b 1.8 88

144 qü—HxydrolysisHinH₁aterHâ��HqHtensityHvunctionalHStudyXHJournalfoffPhysicalfChemistryfBVH2003VH_]fVH__ffcW__fgb3.4 86

143 unergyHsurfacesHofHlowWlyingHstatesHofH–bHandHS–aXHJournalfoffChemicalfPhysicsVH1985VHgaVHbadWbba 3.9 84

142 StructureHandHbondingHinHmixedHsiliconâ��carbonHclustersHandHtheirHanionsXHJournalfoffChemicalfPhysics
VH1996VH_]dVHd]cgWd]e] 3.9 81

141 RingsHandHchainsHinHsulfurHclusterHanionsHSâ��HtoHShâ��iHüheoryHRsimulatedHannealingSHandHexperimentH
RphotoelectronHdetachmentSXHJournalfoffChemicalfPhysicsVH1995VH_]aVHdh_fWdhbe 3.9 78

140 tynamicalHcorrectionsHtoHtheHimageHpotentialXHJournalfoffPhysicsfC:fSolidfStatefPhysicsVH1973VHeVHbdgdWbe]c 76

139 StructureHandHspectroscopyHofHphosphorusHclusterHanionsiHüheoryHRsimulatedHannealingSHandH
experimentHRphotoelectronHdetachmentSXHJournalfoffChemicalfPhysicsVH1995VH_]bVHhdchWhdea 3.9 74

(1995-1987)
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138 }uutHfineHstructureiH–riginsHandHapplicationsXHSurfacefSciencefReportsVH1988VHhVH_edW_he 12.9 74

137 uxperimentallyHconstrainedHdensityWfunctionalHcalculationsHofHtheHamorphousHstructureHofHtheH
prototypicalHphaseWchangeHmaterialHweaSbaüedXHPhysicalfReviewfBVH2009VHg]VH 3.3 73

136 sarbonHspeciesHconfinedHinsideHcarbonHnanotubesiHqHdensityHfunctionalHstudyXHPhysicalfReviewfBVH
2003VHegVH 3.3 73

135 uxtensionsHofHtheH}StHapproximationHinHdensityHfunctionalHcalculationsXHJournalfoffChemicalfPhysicsVH
1980VHfaVHdbdfWdbea 3.9 71

134 yntrinsicHSurfaceHStatesHinHSemiconductorsXHPhysicalfReviewfLettersVH1968VHa]VHhhaWhhc 7.4 71

133 tensityHfunctionalHtheoryHofHbdWtransitionHelementHatomsXHJournalfoffChemicalfPhysicsVH1978VHegVHbb_eWbb_f3.9 68

132 tensityHfunctionalHtheoryHandHmolecularHbondingXHyyXHqlkaliHdimersXHJournalfoffChemicalfPhysicsVH1978
VHegVH__h]W__hb 3.9 68

131 }owWunergyHulectronWtiffractionHyntensityHsalculationsHforHrerylliumHwithHaHRealisticHsrystalH
—otentialXHPhysicalfReviewfBVH1971VHbVHbaagWbacb 3.3 68

130 ’ucleusWdrivenHcrystallizationHofHamorphousHweaSbaüediHqHdensityHfunctionalHstudyXHPhysicalf
ReviewfBVH2012VHgeVH 3.3 66

129 ‘odelHinteratomicHpotentialHforHsimulationsHinHseleniumXHPhysicalfReviewfBVH1996VHdbVHe_edWe_fb 3.3 65

128 SulfurHandHseleniumHhelicesiHStructureHandHelectronicHpropertiesXHJournalfoffChemicalfPhysicsVH1988VH
ggVHaedaWaedg 3.9 65

127 —olymorphismHinHphaseWchangeHmaterialsiHmeltWquenchedHandHasWdepositedHamorphousHstructuresH
inHweaSbaüedHfromHdensityHfunctionalHcalculationsXHPhysicalfReviewfBVH2011VHgbVH 3.3 64

126 reyondHtheHmethodHofHimagesâ��theHinteractionHofHchargedHparticlesHwithHrealHsurfacesXHAdvancesfinf
PhysicsVH1988VHbfVHbc_Wbdg 18.4 58

125 tensityHfunctionalHandH‘onteHsarloHstudiesHofHsulfurXHyXHStructureHandHbondingHinHSnHringsHandHchainsH
Rnmaâ��_gSXHJournalfoffChemicalfPhysicsVH2003VH__gVHhadfWhaed 3.9 57

124 vorceHcalculationsHinHtheHdensityHfunctionalHformalismXHJournalfoffChemicalfPhysicsVH1981VHfdVHbh]cWbh]g 3.9 57

123 ymageHforceHforHaHmovingHchargeXHJournalfoffPhysicsfC:fSolidfStatefPhysicsVH1974VHfVHbfd_Wbfdc 56

122 StructureHofHamorphousHwegSbaüe__iHweüeWSbaüebHalloysHandHopticalHstorageXHPhysicalfReviewfBVH
2009VHfhVH 3.3 53

121 SimulationHofHcrystallizationHinHweaSbaüediHqHmemoryHeffectHinHtheHcanonicalHphaseWchangeH
materialXHPhysicalfReviewfBVH2014VHh]VH 3.3 51
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120 tensityHfunctionalHcalculationsHforHxa–VH’xbVHandHs–aHusingHlocalizedHmuffinWtinHorbitalsXHJournalfoff
ChemicalfPhysicsVH1983VHfhVH_gfcW_ggc 3.9 50

119 SelfWinteractionHcorrectionsHinHtheHdensityHfunctionalHformalismXHSolidfStatefCommunicationsVH1981VH
bfVHachWada 1.6 50

118 —olymerizationHinHliquidHphosphorusiHSimulationHofHaHphaseHtransitionXHPhysicalfReviewfBVH1994VHd]VH_f]cfW_f]db3.3 49

117 ynelasticHuffectsHinH}owWunergyHulectronHtiffractionXHPhysicalfReviewfLettersVH1969VHaaVH__geW__gg 7.4 49

116 —seudopotentialsHinHtensityWvunctionalHüheoryXHPhysicalfReviewfLettersVH1978VHc_VH_h_W_hc 7.4 48

115 }owWunergyHulectronWtiffractionHyntensityHsalculationsHwithHaHRealisticHsrystalH—otentialXHPhysicalf
ReviewfLettersVH1970VHadVHd_eWda] 7.4 46

114 tensityHfunctionalHstudyHofHcrystallineHpolyethyleneXHChemicalfPhysicsfLettersVH1997VHafaVHbcfWbda 2.5 45

113 SurfaceHrepresentationsHandHcomplexHbandHstructureHofHaHdiamondWtypeHsemiconductorXH
ProceedingsfoffthefPhysicalfSocietyVH1966VHghVHccbWcd_ 44

112 qnisotropicHthermalHexpansionHinHsilicatesiHqHdensityHfunctionalHstudyHofH˛†WeucryptiteHandHrelatedH
materialsXHPhysicalfReviewfBVH2000VHeaVH__cgfW__chb 3.3 43

111 srystallizationHprocessesHinHtheHphaseHchangeHmaterialHweaSbaüediHUnbiasedHdensityH
functional[molecularHdynamicsHsimulationsXHPhysicalfReviewfBVH2016VHhcVH 3.3 40

110 tensityHvariationsHinHliquidHtelluriumiHRolesHofHringsVHchainsVHandHcavitiesXHPhysicalfReviewfBVH2010VHg_VH 3.3 40

109 StructureHandHdynamicsHinHamorphousHtelluriumHandHüenHclustersiHqHdensityHfunctionalHstudyXH
PhysicalfReviewfBVH2012VHgdVH 3.3 40

108 ‘ultipletHstructureHandHchargeHdistributionsHinHsiliconHandHgermaniumHdimersXHPhysicalfReviewfAVH
1978VH_gVHa_dhWa_ee 2.6 40

107 rondingHtrendsHinHtheHgroupWyVqHdimersHsaW—baXHPhysicalfReviewfAVH1979VH_hVH_g_bW_g_g 2.6 39

106 qmorphousHweâ��â��üeâ��â��iHdensityHfunctionalVHhighWenergyHxWrayHandHneutronHdiffractionHstudyXHJournalfoff
PhysicsfCondensedfMatterVH2012VHacVH]_dg]a 1.8 38

105 tensityHfunctionalHstudyHofHmolecularHcrystalsiH—olyethyleneHandHaHcrystallineHanalogHofHbisphenolWqH
polycarbonateXHJournalfoffChemicalfPhysicsVH1998VH_]gVHehcfWehd_ 3.9 38

104 qnisotropicHthermalHexpansionHinHtheHsilicateH˛†WeucryptiteiHqHneutronHdiffractionHandHdensityH
functionalHstudyXHPhysicalfReviewfBVH1998VHdgVHea_hWeaab 3.3 38

103 weometricHandHelectronicHstructureHofHclustersXHZeitschriftfFˆ…rfPhysikfDuAtomsfMoleculesfandfClusters
VH1991VHa]VHffWg] 38

(1991-1983)

5



102 StructureVHelectronicVHandHvibrationalHpropertiesHofHglassyHwa__we__üefgiHuxperimentallyH
constrainedHdensityHfunctionalHstudyXHPhysicalfReviewfBVH2012VHgeVH 3.3 36

101 StructureVHbondingVHandHdynamicsHinHheterocyclicHsulfurWseleniumHmoleculesVHSexSyXHJournalfoffthef
AmericanfChemicalfSocietyVH1990VH__aVHadh]Wadhe 16.4 36

100 unergyHdifferencesHusingHanHaccurateHlocalHdensityHfunctionalXHJournalfoffChemicalfPhysicsVH1982VHfeVHb]hgWb_]_3.9 36

99 slusterHcalculationsHofHtheHelectronicHstructureHofHtransitionHmetalHsurfacesXHSurfacefScienceVH1975VH
dbVHc]hWcag 1.8 35

98 tensityWfunctionalHformalismiHSourcesHofHerrorHinHlocalWdensityHapproximationsXHPhysicalfReviewf
LettersVH1985VHddVH_]fW__] 7.4 33

97 ‘olecularHbondingHinH}ireVH}i‘gVHandH}isaXHJournalfoffChemicalfPhysicsVH1980VHfaVHb_hfWba]] 3.9 33

96 unergyHsurfacesHforHSibHandHsbiHqHcomparativeHstudyXHPhysicalfReviewfAVH1985VHbaVHadghWadhc 2.6 32

95 }owWlyingHstatesHofHthiozoneVHSbXHJournalfoffChemicalfPhysicsVH1986VHgcVHb_gWbaa 3.9 31

94 unergyHsurfacesHofHpolymericHsulfuriHStructureHandHelectronicHpropertiesXHPhysicalfReviewfLettersVH
1986VHdfVH__cdW__cg 7.4 30

93 vineWstructureHanalysisHofHspinWpolarizedHlowWenergyHelectronHdiffractionHfromH₁R]]_SXHPhysicalf
ReviewfBVH1983VHafVHcf]aWcf__ 3.3 29

92 ‘odelHcalculationHofHsurfaceHstatesHinHsiliconXHJournalfoffPhysicsfC:fSolidfStatefPhysicsVH1972VHdVH_e_dW_eag 29

91 tensityHfunctionalHstudyHofHcarbonicHacidHclustersXHJournalfoffChemicalfPhysicsVH2000VH__aVHedf_Wedfd 3.9 27

90 qmorphousHphosphorusiHqHclusterWnetworkHmodelXHPhysicalfReviewfBVH1992VHcdVHghhdWh]]d 3.3 27

89 unergyHsurfacesHandHstructureHofHSf–XHJournalfoffthefAmericanfChemicalfSocietyVH1989VH___VHgadWgag 16.4 27

88 }owWenergyWelectronWdiffractionHfineHstructureHinH₁R]]_SHforHenergiesHfromH]HtoHbdHeVXHPhysicalf
ReviewfBVH1985VHbaVHe_b_We_bf 3.3 27

87 qHreactiveHforceHfieldHsimulationHofHliquidWliquidHphaseHtransitionsHinHphosphorusXHJournalfoff
ChemicalfPhysicsVH2004VH_a_VHg_cfWdf 3.9 26

86 tensityHfunctionalHcalculationsHofHqü—HsystemsXHaXHqü—HhydrolysisHatHtheHactiveHsiteHofHactinXHJournalf
offPhysicalfChemistryfBVH2006VH__]VHg_a_Wh 3.4 25

85 qmorphousHstructuresHofHwe[Sb[üeHalloysiHtensityHfunctionalHsimulationsXHPhysicafStatusfSolidifoBp:f
BasicfResearchVH2012VHachVH_gd_W_ge] 1.3 24
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84 tensityHvunctionalHStudyHofH—olycarbonateXHaXHsrystallineHqnalogsVHsyclicH–ligomersVHandHüheirH
vragmentsXHMacromoleculesVH1999VHbaVHbbheWbc]c 5.5 22

83 ulectronicHstructureHofHsteppedHtransitionHmetalHsurfacesXHJournalfoffPhysicsfC:fSolidfStatefPhysicsVH
1975VHgVH}_hhW}a]a 22

82 StructureHofHliquidHphaseHchangeHmaterialHqgynSbüeHfromHdensityHfunctional[molecularHdynamicsH
simulationsXHAppliedfPhysicsfLettersVH2009VHhcVHad_h]d 3.4 21

81 sageHmoleculesHcontainingHelementsHofHgroupsHVHandHVyXHyyXH‘olecularHdynamicsHstudyHofH—cSbHandH
—bâ��fXHJournalfoffChemicalfPhysicsVH1992VHheVHahd_Wahda 3.9 21

80 SpinWpolarizationHinH}uutiHqHcomparisonHofHtheoreticalHpredictionsXHSurfacefScienceVH1976VHe_VHb]fWb_e 1.8 21

79 —redictionHandHobservationHofHringHandHchainHisomersHinHSnâ��HiHonsXHChemicalfPhysicsfLettersVH1995VH
abeVHcbWch 2.5 20

78 sageHmoleculesHcontainingHelementsHofHgroupsHVHandHVyXHyXHStructureHdeterminationsHusingH
simulatedHannealingXHJournalfoffChemicalfPhysicsVH1992VHheVHahcaWahd] 3.9 20

77 ‘olecularHStructuresHfromHtensityHvunctionalHsalculationsHwithHSimulatedHqnnealingXHAngewandtef
ChemiefInternationalfEditionfinfEnglishVH1991VHb]VHeb]Wec] 19

76 virstHprinciplesH‘tHsimulationHofHliquidHandHamorphousHseleniumXHJournalfoffNonuCrystallinefSolidsVH
1990VH__fW__gVHhaaWhad 3.9 19

75 SpinWdependentHfeaturesHinHleedHintensityHcurvesXHSurfacefScienceVH1978VHf_VH_]_W_]e 1.8 19

74 yntensitiesHofH}owWunergyWulectronWtiffractionHreamsHfromHreR]]]_SXHPhysicalfReviewfBVH1972VHeVHc]fWc_e3.3 19

73 tensityHfunctionalHstudyHofHpolypropyleneHandHitsHsubmoleculesXHJournalfoffChemicalfPhysicsVH1997VH
_]eVHgdcdWgdd_ 3.9 18

72 StructureHandHdynamicsHinHliquidHbismuthHandHriRnSHclustersiHaHdensityHfunctionalHstudyXHJournalfoff
ChemicalfPhysicsVH2014VH_c_VH_hcd]b 3.9 17

71 satalyticHReactionsHofH}ivingH—olymersiHHtensityHvunctionalHStudyHofHReactivityHofH—henolHandH
—henoxidesHwithHtheHsyclicHüetramerHofH—olycarbonateXHJournalfoffPhysicalfChemistryfAVH2000VH_]cVHafhbWafhg2.8 17

70 unergyHsurfacesHofHlowWlyingHstatesHofHsbXHJournalfoffChemicalfPhysicsVH1985VHgaVHd]fgWd]gb 3.9 17

69 }ocalHdensitiesHofHstatesHandHbondingHpropertiesHofHbdWtransitionHmetalHclustersXHSurfacefScienceVH
1976VHe_VHaddWaf_ 1.8 17

68 tensityHfunctionalHandH‘onteHsarloHstudiesHofHsulfurXHyyXHuquilibriumHpolymerizationHofHtheHliquidH
phaseXHJournalfoffChemicalfPhysicsVH2003VH__hVHgf]cWgf_d 3.9 16

67 SiWxHclustersVHdefectsVHandHhydrogenatedHsiliconXHPhysicalfReviewfBVH2001VHecVH 3.3 16

(2001-1999)
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66 tensityWvunctionalHsalculationsHforH–zoneiHStrikingHResultsHforHanHymportantH‘oleculeXHPhysicalf
ReviewfLettersVH1984VHdaVHa]]aWa]]d 7.4 16

65 –nHtheHexistenceHofHStarkHladdersHinHfiniteHcrystalsXHJournalfoffPhysicsfC:fSolidfStatefPhysicsVH1972VHdVHa_chWa_dd 16

64 srystallizationHofHsupercooledHliquidHantimonyiHqHdensityHfunctionalHstudyXHPhysicalfReviewfBVH2017VH
heVH 3.3 15

63 —olycarbonateHSimulationsHwithHaHtensityHvunctionalHrasedHvorceHvieldXHJournalfoffPhysicalf
ChemistryfAVH1999VH_]bVHdbgfWdbhg 2.8 15

62 ulectronicHstructureHofHsosHWHaHcomparisonHwithH–bVHS–aVHandHSbXHChemicalfPhysicsfLettersVH1986VH_adVHaa_Waac2.5 15

61 SurfaceHbarrierHinH₁R__]SXHyXHSelfWconsistentHfilmHcalculationsXHPhysicalfReviewfBVH1986VHbcVHeehdWeehg 3.3 15

60 tensityHfunctionalHcalculationsHofHqü—HsystemsXH_XHsrystallineHqü—HhydratesHandHrelatedHmoleculesXH
JournalfoffPhysicalfChemistryfBVH2006VH__]VHg__]Wa] 3.4 14

59 StabilityHandHstructureHofH}iRnSxHmoleculesHRnmbWeSiHexperimentalHandHdensityHfunctionalHstudyXH
JournalfoffChemicalfPhysicsVH2004VH_a]VHd_agWba 3.9 14

58 tensityHvunctionalHStudyHofHReactionsHofH—henoxidesHwithH—olycarbonateXHJournalfoffPhysicalf
ChemistryfAVH2001VH_]dVHb]]gWb]_d 2.8 14

57 tensityHvunctionalHStudyHofHsrystallineHqnalogsHofH—olycarbonatesXHMacromoleculesVH1998VHb_VHffgcWffh]5.5 14

56 SurfaceHbarrierHdeterminationHusingHspinWpolarizedH}uutiH₁R]]_SXHSolidfStatefCommunicationsVH1982VH
ccVH_fWaa 1.6 14

55 StructureVHelectronicVHandHvibrationalHpropertiesHofHamorphousHqsSaHandHqgqsSaiHuxperimentallyH
constrainedHdensityHfunctionalHstudyXHPhysicalfReviewfBVH2014VHghVH 3.3 13

54 SurfaceHbarrierHinH₁R__]SXHyyXH}owWenergyHelectronHdiffractionHfineWstructureHanalysisXHPhysicalfReviewf
BVH1986VHbcVHeehhWef]b 3.3 13

53 tensityHfunctionalHcalculationsHforHlowWlyingHstatesHofHs–aXHJournalfoffChemicalfPhysicsVH1983VHfhVH_ggdW_gh]3.9 13

52 slusterHcalculationsHusingHmuffinWtinHorbitalsXHJournalfoffPhysicsfC:fSolidfStatefPhysicsVH1976VHhVHafbhWafcg 13

51 —haseHchangeHmemoryHmaterialsiHRationalizingHtheHdominanceHofHwe[Sb[üeHalloysXHPhysicalfReviewfB
VH2020VH_]_VH 3.3 13

50 SpeedingHupHcrystallizationXHScienceVH2017VHbdgVH_bge 33.3 12

49 uquilibriumHpolymerizationHofHcyclicHcarbonateHoligomersXHJournalfoffChemicalfPhysicsVH2001VH__dVHbghdWbh]d3.9 12
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48 tensityHfunctionalHcalculationsHwithHsimulatedHannealingâ��isomersHofHSf₅H[₅HoH–VHSVHSeπVHSegVH–gXH
InternationalfJournalfoffQuantumfChemistryVH1990VHbgVH_c_W_d_ 2.1 12

47 sollectiveHexcitationsHandHviscosityHinHliquidHriXHJournalfoffChemicalfPhysicsVH2016VH_cdVH_gcd]a 3.9 12

46 StructureHofHamorphousHqg[we[SHalloysiHexperimentallyHconstrainedHdensityHfunctionalHstudyXH
JournalfoffPhysicsfCondensedfMatterVH2015VHafVHcgdb]c 1.8 11

45 shemisorptionHandHsurfaceHbarrierHstructureXHSurfacefScienceVH1986VH_feVHeh_Wf]] 1.8 11

44 rondingHinHphaseHchangeHmaterialsiHconceptsHandHmisconceptionsXHJournalfoffPhysicsfCondensedf
MatterVH2018VHb]VH_db]]_ 1.8 10

43 tensityHfunctionalHsimulationsHofHstructureHandHpolymorphismHinHwa[SbHfilmsXHJournalfoffPhysicsf
CondensedfMatterVH2013VHadVH__dg]_ 1.8 10

42 ‘olecularHsalculationsHwithHtheHtensityHvunctionalHvormalismXHAdvancesfinfChemicalfPhysicsVH2007VHc_bWcbf 10

41 rranchingHReactionsHinH—olycarbonateiHHqHtensityHvunctionalHStudyXHMacromoleculesVH2003VHbeVH_bddW_be]5.5 10

40 uquilibriumHpolymerizationHofHcyclicHcarbonateHoligomersXHyyyXHshainHbranchingHandHtheHgelHtransitionXH
JournalfoffChemicalfPhysicsVH2002VH__fVHegc_Wegd_ 3.9 9

39 StructureHofHphosphorusHclustersHbyHsimulatedHannealingXHZeitschriftfFˆ…rfPhysikfDuAtomsfMoleculesf
andfClustersVH1993VHaeVHbchWbd_ 9

38 qluminumHandHgalliumHclustersHâ��HaHcomparativeHstudyHusingHsimulatedHannealingXHZeitschriftfFˆ…rf
PhysikfDuAtomsfMoleculesfandfClustersVH1993VHaeVHabWaf 8
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