
Miguel A L Marques

ListgofgPublicationsgbygYearging
DescendinggOrder

Source:ghttps:vvexalyucomvauthortpdfv72624y8vmigueltatltmarquestpublicationstbytyearupdf

Version:g2x24tx4tyxg

ThisgdocumentghasgbeenggeneratedgbasedgongthegpublicationsgandgcitationsgrecordedgbygexalyucomugForg

theglatestgversiongofgthisgpublicationglistsgvisitgtheglinkggivengaboveu

ThegthirdgcolumngisgthegimpactgfactorgoIFpgofgthegjournalsgandgthegfourthgcolumngisgthegnumbergofg

citationsgofgthegarticleu

181
papers

10,765
citations

49
h-index

100
g-index

199
ext. papers

12,582
ext. citations

5
avg, IF

6.65
L-index



j Paper IF Citations

181 tKdatasetKofKdjhkKstableKandKmetastableKmaterialsKcalculatedKwithKtheKPuxsolKandKSvtNK
functionalsaaKScientificjDataYK2022YKlYKig 8.2 1

180 vrystalKgraphKattentionKnetworksKforKtheKpredictionKofKstableKmaterialsaKSciencejAdvancesYK2021YKjYKeabijlgk14.3 5

179 tKzlobalZOptimizationKStudyKofKtheKPhaseKwiagramKofKyreeZStandingK–ydrogenatedK
TwoZwimensionalKSiliconaKJournaljofjPhysicaljChemistryjCYK2021YKdehYKielkZifch 3.8 4

178 ttomicallyKThinKPythagoreanKTilingsKinKTwoKwimensionsaKJournaljofjPhysicaljChemistryjLettersYK2021YK
deYKgljeZgljl 6.4 2

177 tuthorshipKandKcitationKculturalKnatureKinKwensityKyunctionalKTheoryKfromKsolidKstateKcomputationalK
packagesaKScientometricsYK2021YKdeiYKiikdZiilh 3 0

176 TwoZdimensionalKbinaryKmetalZoxideKquasicrystalKapproximantsaK2DjMaterialsYK2021YKkYKcghcce 5.9 1

175
xlectronicKStructureKofKMoleculesYKSurfacesYKandKMoleculesKonKSurfacesKwithKtheKLocalKModifiedK
ueckeZ−ohnsonKxxchangeZvorrelationKPotentialaKJournaljofjChemicaljTheoryjandjComputationYK2021YK
djYKgjgiZgjhh

6.4 3

174 uishopSsKhatKsilicenemKaKplanarKsquareKsiliconKbilayerKdecoratedKwithKadatomsaKPhysicaljChemistryj
ChemicaljPhysicsYK2021YKefYKdilgeZdilgj 3.6

173 tKhighZthroughputKstudyKofKoxynitrideYKoxyfluorideKandKnitrofluorideKperovskitesaKJournaljofj
MaterialsjChemistryjAYK2021YKlYKkhcdZkhdf 13 7

172 PredictingKstableKcrystallineKcompoundsKusingKchemicalKsimilarityaKNpjjComputationaljMaterialsYK
2021YKjYK 10.9 8

171 –alogenKmolecularKmodificationsKatKhighKpressuremKtheKcaseKofKiodineaKPhysicaljChemistryjChemicalj
PhysicsYK2021YKefYKffedZffei 3.6 2

170 MetaZLocalKwensityKyunctionalsmKtKNewKRungKonK−acobSsKLadderaKJournaljofjChemicaljTheoryjandj
ComputationYK2021YKdjYKlgfZlgk 6.4 0

169 wirectKinsightKintoKtheKstructureZpropertyKrelationKofKinterfacesKfromKconstrainedKcrystalKstructureK
predictionaKNaturejCommunicationsYK2021YKdeYKkdd 17.4 1

168 yirstZPrinciplesK—dentificationKofKSingleKPhotonKxmittersKuasedKonKvarbonKvlustersKinK–exagonalK
uoronKNitrideaKJournaljofjPhysicaljChemistryjAYK2021YKdehYKdfehZdffh 2.8 14

167 StructureYKMagnetismYKandKThermalKStabilityKofKLaNiOymKtKRuddlesdenZPopperKOxyfluorideK
vrystallizingKinKSpaceKzroupKgbaKInorganicjChemistryYK2021YKicYKdfigiZdfihj 5.1 1

166 uandgapKofKtwoZdimensionalKmaterialsmKThoroughKassessmentKofKmodernKexchangeZcorrelationK
functionalsaKJournaljofjChemicaljPhysicsYK2021YKdhhYKdcgdcf 3.9 4

165 SuperiorKcarbonKnanotubeKstabilityKbyKmolecularKfillingmaKsingleZchiralityKstudyKatKextremeK
pressuresaKCarbonYK2021YKdkfYKkkgZkle 10.4 2
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164 ReducedKwensityKMatrixKyunctionalKTheoryKforKuosonsaKPhysicaljReviewjLettersYK2020YKdegYKdkcicf 7.4 9

163 ValidationKofKPseudopotentialKvalculationsKforKtheKxlectronicKuandKzapKofKSolidsaKJournaljofj
ChemicaljTheoryjandjComputationYK2020YKdiYKfiecZfiej 6.4 9

162 OctopusYKaKcomputationalKframeworkKforKexploringKlightZdrivenKphenomenaKandKquantumKdynamicsK
inKextendedKandKfiniteKsystemsaKJournaljofjChemicaljPhysicsYK2020YKdheYKdegddl 3.9 86

161 tccurateKelectronicKbandKgapsKofKtwoZdimensionalKmaterialsKfromKtheKlocalKmodifiedK
ueckeZ−ohnsonKpotentialaKPhysicaljReviewjBYK2020YKdcdYK 3.3 8

160 LocalKModifiedKueckeZ−ohnsonKxxchangeZvorrelationKPotentialKforK—nterfacesYKSurfacesYKandK
TwoZwimensionalKMaterialsaKJournaljofjChemicaljTheoryjandjComputationYK2020YKdiYKeihgZeiic 6.4 15

159 tdvancedKRamanKspectroscopyKofKvsetguiuriKdoubleKperovskitesKandKidentificationKofKvsfuieurlK
secondaryKphasesaKScriptajMaterialiaYK2020YKdkgYKegZel 5.6 17

158 NovelKtwoZdimensionalKsiliconZcarbonKbinariesKbyKcrystalKstructureKpredictionaKPhysicaljChemistryj
ChemicaljPhysicsYK2020YKeeYKkggeZkggl 3.6 5

157 TightZuindingKParameterizationsKofKTiKandKuaKOxidesKandKTheirKtpplicationKforKtheKPredictionKofKewK
PhasesaKPhysicajStatusjSolidijsBt:jBasicjResearchYK2020YKehjYKdlccifg 1.3 2

156 TheKtbinitprojectmK—mpactYKenvironmentKandKrecentKdevelopmentsaKComputerjPhysicsj
CommunicationsYK2020YKegkYKdcjcge 4.2 143

155 TheKvxvtMKelectronicKstructureKlibraryKandKtheKmodularKsoftwareKdevelopmentKparadigmaKJournalj
ofjChemicaljPhysicsYK2020YKdhfYKcegddj 3.9 5

154 xxchangeZcorrelationKfunctionalsKforKbandKgapsKofKsolidsmKbenchmarkYKreparametrizationKandK
machineKlearningaKNpjjComputationaljMaterialsYK2020YKiYK 10.9 63

153 StableKOrderedKPhasesKofKvuprousK—odideKwithKvomplexesKofKvopperKVacanciesaKChemistryjofj
MaterialsYK2019YKfdYKjkjjZjkke 9.6 10

152 SemilocalKexchangeZcorrelationKpotentialsKforKsolidZstateKcalculationsmKvurrentKstatusKandKfutureK
directionsaKJournaljofjAppliedjPhysicsYK2019YKdeiYKddclce 2.5 21

151 woubleKperovskitesKasKpZtypeKconductingKtransparentKsemiconductorsmKaKhighZthroughputKsearchaK
JournaljofjMaterialsjChemistryjAYK2019YKjYKdgjchZdgjdd 13 15

150 StructuralKpredictionKofKstabilizedKatomicallyKthinKtinKlayersaKNpjj2DjMaterialsjandjApplicationsYK2019YK
fYK 8.8 11

149
NeuralKnetworkKforceKfieldsKforKsimpleKmetalsKandKsemiconductorsmKconstructionKandKapplicationKtoK
theKcalculationKofKphononsKandKmeltingKtemperaturesaKPhysicaljChemistryjChemicaljPhysicsYK2019YK
edYKihciZihdi

3.6 16

148 RareZearthKmagneticKnitrideKperovskitesaKJPhysjMaterialsYK2019YKeYKcehccf 4.2 14

147 RecentKadvancesKandKapplicationsKofKmachineKlearningKinKsolidZstateKmaterialsKscienceaKNpjj
ComputationaljMaterialsYK2019YKhYK 10.9 631

(2019-2020)
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146 OnKtheKtimeKevolutionKofKfermionicKoccupationKnumbersaKJournaljofjChemicaljPhysicsYK2019YKdhdYKcggdde 3.9 8

145 LargeZScaleKuenchmarkKofKxxchangeZvorrelationKyunctionalsKforKtheKweterminationKofKxlectronicK
uandKzapsKofKSolidsaKJournaljofjChemicaljTheoryjandjComputationYK2019YKdhYKhcilZhcjl 6.4 92

144 vomputationalKaccelerationKofKprospectiveKdopantKdiscoveryKinKcuprousKiodideaKPhysicaljChemistryj
ChemicaljPhysicsYK2019YKedYKdkkflZdkkgl 3.6 21

143 MechanismKofKsurfaceKpassivationKofKmethylammoniumKleadKtribromideKsingleKcrystalsKbyK
benzylamineaKAppliedjPhysicsjReviewsYK2019YKiYKcfdgcd 17.3 28

142 ReducedKdensityKmatrixKfunctionalKtheoryKforKsuperconductorsaKPhysicaljReviewjBYK2019YKllYK 3.3 9

141 MachineKLearningKtheKPhysicalKNonlocalKxxchangeZvorrelationKyunctionalKofKwensityZyunctionalK
TheoryaKJournaljofjPhysicaljChemistryjLettersYK2019YKdcYKigehZigfd 6.4 34

140 OnKtheKcalculationKofKtheKbandgapKofKperiodicKsolidsKwithKMzztKfunctionalsKusingKtheKtotalKenergyaK
JournaljofjChemicaljPhysicsYK2019YKdhdYKdiddce 3.9 5

139 RepresentabilityKproblemKofKdensityKfunctionalKtheoryKforKsuperconductorsaKPhysicaljReviewjBYK2019
YKllYK 3.3 5

138 StableKhybridKorganicâ��inorganicKhalideKperovskitesKforKphotovoltaicsKfromKabKinitioKhighZthroughputK
calculationsaKJournaljofjMaterialsjChemistryjAYK2018YKiYKigifZigjh 13 33

137
PropagatorsKforKtheKTimeZwependentKαohnZShamKxquationsmKMultistepYKRungeZαuttaYKxxponentialK
RungeZαuttaYKandKvommutatorKyreeKMagnusKMethodsaKJournaljofjChemicaljTheoryjandjComputationYK
2018YKdgYKfcgcZfche

6.4 44

136 –ighZpressureKphasesKofKVOeKfromKtheKcombinationKofKRamanKscatteringKandKabKinitioKstructuralK
searchaKPhysicaljReviewjBYK2018YKljYK 3.3 7

135 LocalK–ybridKwensityKyunctionalKforK—nterfacesaKJournaljofjChemicaljTheoryjandjComputationYK2018YK
dgYKlflZlgj 6.4 16

134 TheKgroundKstateKofKtwoZdimensionalKsiliconaK2DjMaterialsYK2018YKhYKcfhcdc 5.9 21

133 xfficientKtutomatizedKwensityZyunctionalKTightZuindingKParametrizationsmKtpplicationKtoKzroupK—VK
xlementsaKJournaljofjChemicaljTheoryjandjComputationYK2018YKdgYKelgjZelhg 6.4 13

132 NitrogenZhydrogenZoxygenKternaryKphaseKdiagrammKNewKphasesKatKhighKpressureKfromKstructuralK
predictionaKPhysicaljReviewjMaterialsYK2018YKeYK 3.2 12

131 RecentKdevelopmentsKinKlibxcKâ��KtKcomprehensiveKlibraryKofKfunctionalsKforKdensityKfunctionalK
theoryaKSoftwareXYK2018YKjYKdZh 2.7 180

130 SizeZdependentKopticalKabsorptionKofKvueZnSnTSeYSUgKquantumKdotKsensitizersKfromKabKinitioK
manyZbodyKmethodsaKEuropeanjPhysicaljJournaljBYK2018YKldYKd 1.2 2

129 PredictingKtheKstabilityKofKternaryKintermetallicsKwithKdensityKfunctionalKtheoryKandKmachineK
learningaKJournaljofjChemicaljPhysicsYK2018YKdgkYKegdjek 3.9 18
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128 StaticKcorrelatedKfunctionalsKforKreducedKdensityKmatrixKfunctionalKtheoryaKEuropeanjPhysicalj
JournaljBYK2018YKldYKd 1.2 9

127 PredictingKtheKThermodynamicKStabilityKofKSolidsKvombiningKwensityKyunctionalKTheoryKandK
MachineKLearningaKChemistryjofjMaterialsYK2017YKelYKhclcZhdcf 9.6 144

126 TowardsKaKformalKdefinitionKofKstaticKandKdynamicKelectronicKcorrelationsaKPhysicaljChemistryj
ChemicaljPhysicsYK2017YKdlYKdeihhZdeiig 3.6 28

125 –ighZthroughputKsearchKofKternaryKchalcogenidesKforKpZtypeKtransparentKelectrodesaKScientificj
ReportsYK2017YKjYKgfdjl 4.9 36

124 PressureZinducedKradialKcollapseKinKfewZwallKcarbonKnanotubesmKtKcombinedKtheoreticalKandK
experimentalKstudyaKCarbonYK2017YKdehYKgelZgfi 10.4 23

123 yromKmesoscaleKtoKnanoscaleKmechanicsKinKsingleZwallKcarbonKnanotubesaKCarbonYK2017YKdefYKdghZdhc 10.4 30

122 xmergenceKofKsuperconductivityKinKdopedK–OKiceKatKhighKpressureaKScientificjReportsYK2017YKjYKikeh 4.9 19

121 StructuralKpredictionKofKtwoZdimensionalKmaterialsKunderKstrainaK2DjMaterialsYK2017YKgYKcghccl 5.9 17

120 RelatingKcorrelationKmeasuresmKTheKimportanceKofKtheKenergyKgapaKPhysicaljReviewjAYK2017YKlhYK 2.6 13

119 OptimizationKofKtheKionizationKtimeKofKanKatomKwithKtailoredKlaserKpulsesmKaKtheoreticalKstudyaK
EuropeanjPhysicaljJournaljBYK2017YKlcYKd 1.2 1

118 NovelKcrystalKstructuresKforKlithiumâ��siliconKalloyKpredictedKbyKminimaKhoppingKmethodaKJournaljofj
AlloysjandjCompoundsYK2016YKihhYKdgjZdhg 5.7 17

117 TopologicalKvrystallineK—nsulatorKinKaKNewKuiKSemiconductingKPhaseaKScientificjReportsYK2016YKiYKedjlc 4.9 9

116 TheKoptimalKoneKdimensionalKperiodicKtablemKaKmodifiedKPettiforKchemicalKscaleKfromKdataKminingaK
NewjJournaljofjPhysicsYK2016YKdkYKclfcdd 2.9 30

115 —nvestigationKofKnewKphasesKinKtheKuaZSiKphaseKdiagramKunderKhighKpressureKusingKabKinitioK
structuralKsearchaKPhysicaljChemistryjChemicaljPhysicsYK2016YKdkYKkdckZdg 3.6 10

114 StabilityKandKelectronicKpropertiesKofKnewKinorganicKperovskitesKfromKhighZthroughputKabKinitioK
calculationsaKJournaljofjMaterialsjChemistryjCYK2016YKgYKfdhjZfdij 7.1 156

113 NanostructuredKwaterKandKcarbonKdioxideKinsideKcollapsingKcarbonKnanotubesKatKhighKpressureaK
PhysicaljChemistryjChemicaljPhysicsYK2016YKdkYKdlleiZfe 3.6 15

112 ResearchKUpdatemKStableKsingleZphaseKZnZrichKvueZnSnSegKthroughK—nKdopingaKAPLjMaterialsYK2016YK
gYKcjcjcd 5.7 9

111 PredictionKandKSynthesisKofKaKNonZZintlKSiliconKvlathrateaKChemistryjofjMaterialsYK2016YKekYKfjddZfjdj 9.6 8

(2016-2018)
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110 RadialKcollapseKofKcarbonKnanotubesKforKconductivityKoptimizedKpolymerKcompositesaKCarbonYK2016YK
dciYKigZjf 10.4 23

109 OpticalKpropertiesKofKvuZchalcogenideKphotovoltaicKabsorbersKfromKselfZconsistentKzWKandKtheK
uetheZSalpeterKequationaKPhysicaljReviewjBYK2015YKldYK 3.3 16

108 —dentificationKofKNovelKvuYKtgYKandKtuKTernaryKOxidesKfromKzlobalKStructuralKPredictionaKChemistryj
ofjMaterialsYK2015YKejYKghieZghjf 9.6 47

107 SuperconductivityKinKanKexpandedKphaseKofKZnOmKanabKinitiostudyaKNewjJournaljofjPhysicsYK2015YKdjYKcgfcfg2.9 9

106 OptimizedKxxchangeKandKvorrelationKSemilocalKyunctionalKforKtheKvalculationKofKxnergiesKofK
yormationaKJournaljofjChemicaljTheoryjandjComputationYK2015YKddYKfkggZhc 6.4 18

105 —nsightsKintoKcolourZtuningKofKchlorophyllKopticalKresponseKinKgreenKplantsaKPhysicaljChemistryj
ChemicaljPhysicsYK2015YKdjYKeihllZici 3.6 37

104 MaterialsKwesignKOnZtheZylyaKJournaljofjChemicaljTheoryjandjComputationYK2015YKddYKflhhZic 6.4 24

103 NovelKphasesKofKlithiumZaluminumKbinariesKfromKfirstZprinciplesKstructuralKsearchaKJournaljofj
ChemicaljPhysicsYK2015YKdgeYKcegjdc 3.9 12

102 RealZspaceKgridsKandKtheKOctopusKcodeKasKtoolsKforKtheKdevelopmentKofKnewKsimulationKapproachesK
forKelectronicKsystemsaKPhysicaljChemistryjChemicaljPhysicsYK2015YKdjYKfdfjdZli 3.6 276

101 zeneralizedKPauliKconstraintsKinKreducedKdensityKmatrixKfunctionalKtheoryaKJournaljofjChemicalj
PhysicsYK2015YKdgeYKdhgdck 3.9 35

100 PredictionKofKStableKNitrideKPerovskitesaKChemistryjofjMaterialsYK2015YKejYKhlhjZhlif 9.6 75

99 LowZdensityKsiliconKallotropesKforKphotovoltaicKapplicationsaKPhysicaljReviewjBYK2015YKleYK 3.3 58

98 wetectionKofKvueZnhSnSekKandKvueZniSnSelKphasesKinKcoZevaporatedKvueZnSnSegKthinZfilmsaK
AppliedjPhysicsjLettersYK2015YKdcjYKdjedce 3.4 5

97 tccuracyKofKgeneralizedKgradientKapproximationKfunctionalsKforKdensityZfunctionalKperturbationK
theoryKcalculationsaKPhysicaljReviewjBYK2014YKklYK 3.3 119

96 tbKinitioKcalculationsKofKtheKgroundKandKexcitedKstatesKofKtheKYNKmoleculeKincludingKspinâ��orbitK
effectsaKChemicaljPhysicsYK2014YKgelYKffZgf 2.3 7

95 uenchmarkKManyZuodyKzWKandKuetheZSalpeterKvalculationsKforKSmallKTransitionKMetalKMoleculesaK
JournaljofjChemicaljTheoryjandjComputationYK2014YKdcYKflfgZgf 6.4 87

94 vonstructionKofKtheKukkKxxchangeZxnergyKyunctionalKinKTwoKwimensionsaKJournaljofjChemicalj
TheoryjandjComputationYK2014YKdcYKdkfjZge 6.4 14

93 wensityZfunctionalKtightZbindingKstudyKofKtheKcollapseKofKcarbonKnanotubesKunderKhydrostaticK
pressureaKCarbonYK2014YKilYKfhhZfic 10.4 36

Miguel A L Marques

6



92 vommentKonKMTowardsKdirectZgapKsiliconKphasesKbyKtheKinverseKbandKstructureKdesignKapproachMaK
PhysicaljReviewjLettersYK2014YKddeYKdllkcd 7.4 2

91 yirstZprinciplesKpredictedKlowZenergyKstructuresKofKNaScTu–gUgaKJournaljofjChemicaljPhysicsYK2014YK
dgcYKdegjck 3.9 17

90 uenchmarkingKtheKtαdfKxxchangeKyunctionalmK—onizationKPotentialsKandKxlectronKtffinitiesaKJournalj
ofjChemicaljTheoryjandjComputationYK2014YKdcYKhiehZl 6.4 15

89 ProbingKtimeZdependentKmolecularKdipolesKonKtheKattosecondKtimeKscaleaKPhysicaljReviewjLettersYK
2013YKdddYKcffccd 7.4 89

88 varbonKstructuresKandKdefectKplanesKinKdiamondKatKhighKpressureaKPhysicaljReviewjBYK2013YKkkYK 3.3 30

87 yullKcolorKmodulationKofKfireflyKluciferaseKthroughKengineeringKwithKunifiedKStarkKeffectaKJournaljofj
PhysicaljChemistryjBYK2013YKddjYKdfjehZfc 3.4 18

86 PredictionKofKaKnovelKmonoclinicKcarbonKallotropeaKEuropeanjPhysicaljJournaljBYK2013YKkiYKd 1.2 13

85 uenchmarkingKtheKStartingKPointsKofKtheKzWKtpproximationKforKMoleculesaKJournaljofjChemicalj
TheoryjandjComputationYK2013YKlYKfegZl 6.4 182

84 vonductingKboronKsheetsKformedKbyKtheKreconstructionKofKtheK˛–ZboronKTdddUKsurfaceaKPhysicalj
ReviewjLettersYK2013YKdddYKdfidcd 7.4 39

83 vommentKonKMTopologicalKinsulatorsKinKternaryKcompoundsKwithKaKhoneycombKlatticeMaKPhysicalj
ReviewjLettersYK2013YKddcYKdeljcd 7.4 4

82 tbK—nitioKxlectronicKzapsKofKzeKNanodotsmKTheKRoleKofKSelfZxnergyKxffectsaKJournaljofjPhysicalj
ChemistryjCYK2013YKddjYKdgeelZdgefg 3.8 10

81 ttomicKandKelectronicKpropertiesKofKquasiZoneZdimensionalKMOSKnanowiresaKJournaljofjMaterialsj
ResearchYK2013YKekYKegcZegl 2.5 16

80 Sodiumâ��goldKbinariesmKnovelKstructuresKforKionicKcompoundsKfromKanabKinitiostructuralKsearchaKNewj
JournaljofjPhysicsYK2013YKdhYKddhccj 2.9 36

79 StrongKrenormalizationKofKtheKelectronicKbandKgapKdueKtoKlatticeKpolarizationKinKtheKzWKformalismaK
PhysicaljReviewjLettersYK2013YKddcYKeeigcg 7.4 51

78 LowZenergyKpolymericKphasesKofKalanatesaKPhysicaljReviewjLettersYK2013YKddcYKdfhhce 7.4 33

77 TheKcrystalKstructureKofKpZtypeKtransparentKconductiveKoxideKvuuOeaKMRSjCommunicationsYK2013YKfYKdhjZdic2.7 10

76 ResponseKyunctionsKinKTwwyTmKvonceptsKandK—mplementationaKLecturejNotesjinjPhysicsYK2012YKdflZdii 0.8 11

75 ViolationKofKaKlocalKformKofKtheKLiebZOxfordKboundaKPhysicaljReviewjAYK2012YKkhYK 2.6 10

(2012-2014)
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74 tbKinitioKangleZKandKenergyZresolvedKphotoelectronKspectroscopyKwithKtimeZdependentK
densityZfunctionalKtheoryaKPhysicaljReviewjAYK2012YKkhYK 2.6 74

73 LibxcmKtKlibraryKofKexchangeKandKcorrelationKfunctionalsKforKdensityKfunctionalKtheoryaKComputerj
PhysicsjCommunicationsYK2012YKdkfYKeejeZeekd 4.2 323

72 LowZenergyKsiliconKallotropesKwithKstrongKabsorptionKinKtheKvisibleKforKphotovoltaicKapplicationsaK
PhysicaljReviewjBYK2012YKkiYK 3.3 116

71 pKdopingKinKexpandedKphasesKofKZnOmKanKabKinitioKstudyaKPhysicaljReviewjLettersYK2012YKdckYKddhlcf 7.4 18

70 SpeedingKupKtheKsolutionKofKtheKuetheZSalpeterKequationKbyKaKdoubleZgridKmethodKandKWannierK
interpolationaKPhysicaljReviewjBYK2012YKkiYK 3.3 34

69 –ighZpressureKstructuresKofKdisilaneKandKtheirKsuperconductingKpropertiesaKPhysicaljReviewjLettersYK
2012YKdckYKddjccg 7.4 80

68 RamanKactivityKofKspfKcarbonKallotropesKunderKpressuremKtKdensityKfunctionalKtheoryKstudyaKPhysicalj
ReviewjBYK2012YKkhYK 3.3 25

67 TimeZdependentKdensityZfunctionalKtheoryKinKmassivelyKparallelKcomputerKarchitecturesmKtheK
OvTOPUSKprojectaKJournaljofjPhysicsjCondensedjMatterYK2012YKegYKeffece 1.8 135

66 NovelKstructuralKmotifsKinKlowKenergyKphasesKofKLitl–gaKPhysicaljReviewjLettersYK2012YKdckYKechhch 7.4 42

65 vrystalKstructureKofKcoldKcompressedKgraphiteaKPhysicaljReviewjLettersYK2012YKdckYKcihhcd 7.4 265

64 αirzhnitsKgradientKexpansionKinKtwoKdimensionsaKPhysicaljReviewjBYK2012YKkhYK 3.3 19

63 uandKstructuresKofKvueZnSnSgKandKvueZnSnSegKfromKmanyZbodyKmethodsaKAppliedjPhysicsjLettersYK
2011YKlkYKegdldh 3.4 103

62 wensityKfunctionalKtheoryKbeyondKtheKlinearKregimemKValidatingKanKadiabaticKlocalKdensityK
approximationaKPhysicaljReviewjAYK2011YKkfYK 2.6 54

61 wensityZbasedKmixingKparameterKforKhybridKfunctionalsaKPhysicaljReviewjBYK2011YKkfYK 3.3 290

60
ModelingKvanKderKWaalsKinteractionsKbetweenKproteinsKandKinorganicKsurfacesKfromK
timeZdependentKdensityKfunctionalKtheoryKcalculationsaKPhysicaljChemistryjChemicaljPhysicsYK2011YK
dfYKdhchhZid

3.6 5

59 SimpleKpreconditioningKforKtimeZdependentKdensityKfunctionalKperturbationKtheoryaKJournaljofj
ChemicaljPhysicsYK2011YKdfhYKcdgdcf 3.9 6

58 tccurateKcolorKtuningKofKfireflyKchromophoreKbyKmodulationKofKlocalKpolarizationKelectrostaticK
fieldsaKJournaljofjPhysicaljChemistryjBYK2011YKddhYKfelZfe 3.4 35

57 OptimalKcontrolKofKtheKelectronicKcurrentKdensitymKtpplicationKtoKoneZKandKtwoZdimensionalK
oneZelectronKsystemsaKPhysicaljReviewjAYK2011YKkfYK 2.6 6
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56 xnhancingKtheKsuperconductingKtransitionKtemperatureKofKuaSieKbyKstructuralKtuningaKPhysicalj
ReviewjLettersYK2011YKdciYKckjcce 7.4 17

55 SuperconductivityKinKlayeredKbinaryKsilicidesmKtKdensityKfunctionalKtheoryKstudyaKPhysicaljReviewjBYK
2011YKkgYK 3.3 18

54 uandKstructuresKofKdelafossiteKtransparentKconductiveKoxidesKfromKaKselfZconsistentKzWKapproachaK
PhysicaljReviewjBYK2010YKkeYK 3.3 57

53 xffectsKofKelectronicKandKlatticeKpolarizationKonKtheKbandKstructureKofKdelafossiteKtransparentK
conductiveKoxidesaKPhysicaljReviewjLettersYK2010YKdcgYKdfigcd 7.4 83

52 xxcitonicKeffectsKinKtheKopticalKpropertiesKofKvdSeKnanowiresaKAppliedjPhysicsjLettersYK2010YKliYKdefdci 3.4 23

51 TowardKanKtllZtroundKSemilocalKPotentialKforKxlectronicKxxchangeaKJournaljofjChemicaljTheoryjandj
ComputationYK2010YKiYKfiigZfijc 6.4 17

50 yragmentKmolecularKorbitalKinvestigationKofKtheKroleKofKtMPKprotonationKinKfireflyKluciferaseK
p–ZsensitivityaKPhysicaljChemistryjChemicaljPhysicsYK2010YKdeYKdgekhZlf 3.6 46

49 uioheterojunctionKxffectKonKyluorescenceKOriginKandKxfficiencyK—mprovementKofKyireflyK
vhromophoresaKJournaljofjPhysicaljChemistryjLettersYK2010YKdYKejkdZejkj 6.4 29

48 tlloyingKeffectsKonKtheKopticalKpropertiesKofKzedâ��xSixKnanocrystalsKfromKtimeZdependentKdensityK
functionalKtheoryKandKcomparisonKwithKeffectiveZmediumKtheoryaKPhysicaljReviewjBYK2009YKjlYK 3.3 5

47 PhotoabsorptionKspectraKofKsmallKcationicKxenonKclustersKfromKtimeZdependentKdensityKfunctionalK
theoryaKJournaljofjChemicaljPhysicsYK2009YKdfdYKedgfce 3.9 4

46 wensityKgradientsKforKtheKexchangeKenergyKofKelectronsKinKtwoKdimensionsaKPhysicaljReviewjAYK2009YK
jlYK 2.6 28

45 TheKchallengeKofKpredictingKopticalKpropertiesKofKbiomoleculesmKWhatKcanKweKlearnKfromK
timeZdependentKdensityZfunctionalKtheoryraKComptesjRendusjPhysiqueYK2009YKdcYKgilZglc 1.4 19

44 TowardsKaKgaugeKinvariantKmethodKforKmolecularKchiropticalKpropertiesKinKTwwyTaKPhysicalj
ChemistryjChemicaljPhysicsYK2009YKddYKggkdZl 3.6 38

43 OpticalKandKmagneticKpropertiesKofKboronKfullerenesaKPhysicaljChemistryjChemicaljPhysicsYK2009YKddYKghefZj3.6 43

42 wensityZmatrixZpowerKfunctionalmKPerformanceKforKfiniteKsystemsKandKtheKhomogeneousKelectronK
gasaKPhysicaljReviewjAYK2009YKjlYK 2.6 80

41 LocalKcorrelationKfunctionalKforKelectronsKinKtwoKdimensionsaKPhysicaljReviewjBYK2008YKjkYK 3.3 24

40 SpecificationKofKanKextensibleKandKportableKfileKformatKforKelectronicKstructureKandKcrystallographicK
dataaKComputationaljMaterialsjScienceYK2008YKgfYKdchiZdcih 3.2 5

39 uenchmarkKcalculationsKforKreducedKdensityZmatrixKfunctionalKtheoryaKJournaljofjChemicaljPhysicsYK
2008YKdekYKdkgdcf 3.9 65

(2008-2011)
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38 TheKroleKofKdimensionalityKonKtheKquenchingKofKspinZorbitKeffectsKinKtheKopticsKofKgoldK
nanostructuresaKJournaljofjChemicaljPhysicsYK2008YKdelYKdggddc 3.9 33

37 xmpiricalKfunctionalsKforKreducedZdensityZmatrixZfunctionalKtheoryaKPhysicaljReviewjAYK2008YKjjYK 2.6 71

36 vlusterZsurfaceKandKclusterZclusterKinteractionsmKtbKinitioKcalculationsKandKmodelingKofKasymptoticK
vanKderKWaalsKforcesaKPhysicaljReviewjBYK2008YKjkYK 3.3 23

35 OnKtheKuseKofKNeumannSsKprincipleKforKtheKcalculationKofKtheKpolarizabilityKtensorKofKnanostructuresaK
JournaljofjNanosciencejandjNanotechnologyYK2008YKkYKffleZk 1.3 14

34
xfficientKcalculationKofKvanKderKWaalsKdispersionKcoefficientsKwithKtimeZdependentKdensityK
functionalKtheoryKinKrealKtimemKapplicationKtoKpolycyclicKaromaticKhydrocarbonsaKJournaljofjChemicalj
PhysicsYK2007YKdejYKcdgdcj

3.9 28

33 SuperconductingKpropertiesKofKMgueKfromKfirstKprinciplesaKPhysicajC:jSuperconductivityjandjItsj
ApplicationsYK2007YKghiYKghZhf 1.3 37

32 —dentificationKofKfullereneZlikeKvdSeKnanoparticlesKfromKopticalKspectroscopyKcalculationsaKPhysicalj
ReviewjBYK2007YKjhYK 3.3 45

31 TimeZdependentKdensityKfunctionalKtheoryKschemeKforKefficientKcalculationsKofKdynamicK
ThyperUpolarizabilitiesaKJournaljofjChemicaljPhysicsYK2007YKdeiYKdkgdci 3.9 94

30 MoleculesKandKclustersKinKstrongKlaserKfieldsK2007YKgkhZidj 2

29 SuperconductivityKinKlithiumYKpotassiumYKandKaluminumKunderKextremeKpressuremKaKfirstZprinciplesK
studyaKPhysicaljReviewjLettersYK2006YKliYKcgjccf 7.4 138

28 tKTwwyTKstudyKofKtheKexcitedKstatesKofKwNtKbasesKandKtheirKassembliesaKJournaljofjPhysicalj
ChemistryjBYK2006YKddcYKjdelZfk 3.4 104

27 MagneticKresponseKandKNMRKspectraKofKcarbonKnanotubesKfromKabKinitioKcalculationsaKPhysicalj
ReviewjBYK2006YKjfYK 3.3 66

26 tbKinitioKpredictionKofKpressureZinducedKsuperconductivityKinKpotassiumaKPhysicaljReviewjBYK2006YK
jfYK 3.3 37

25 octopusmKaKtoolKforKtheKapplicationKofKtimeZdependentKdensityKfunctionalKtheoryaKPhysicajStatusj
SolidijsBt:jBasicjResearchYK2006YKegfYKegihZegkk 1.3 659

24 OpticalKabsorptionKofKtheKblueKfluorescentKproteinmKaKfirstZprinciplesKstudyaKJournaljofjthejAmericanj
ChemicaljSocietyYK2005YKdejYKdefelZfj 16.4 66

23 tbKinitioKtheoryKofKsuperconductivityaK——aKtpplicationKtoKelementalKmetalsaKPhysicaljReviewjBYK2005YK
jeYK 3.3 199

22 tbKinitioKtheoryKofKsuperconductivityaK—aKwensityKfunctionalKformalismKandKapproximateKfunctionalsaK
PhysicaljReviewjBYK2005YKjeYK 3.3 237

21 tKviableKwayKtoKtailorKcarbonKnanomaterialsKbyKirradiationZinducedKtransformationsaKRadiationj
PhysicsjandjChemistryYK2005YKjfYKffgZffl 2.5 13
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20 tbZinitioKvomputationKofKSuperconductingKPropertiesKofKxlementalKSuperconductorsKandKMgueaK
JournaljofjSuperconductivityjandjNoveljMagnetismYK2005YKdkYKiglZihe 1

19 TimeZdependentKelectronKlocalizationKfunctionaKPhysicaljReviewjAYK2005YKjdYK 2.6 101

18 SuperconductingKpropertiesKofKMgueKfromKfirstKprinciplesaKPhysicaljReviewjLettersYK2005YKlgYKcfjccg 7.4 122

17 TheKplanarZtoZtubularKstructuralKtransitionKinKboronKclustersKfromKopticalKabsorptionaKJournaljofj
ChemicaljPhysicsYK2005YKdefYKcdgfdc 3.9 45

16 xxcitedKstatesKdynamicsKinKtimeZdependentKdensityKfunctionalKtheoryaKEuropeanjPhysicaljJournaljDYK
2004YKekYKeddZedk 1.3 114

15 TimeZdependentKdensityKfunctionalKtheoryaKAnnualjReviewjofjPhysicaljChemistryYK2004YKhhYKgejZhh 15.7 932

14 wensityKfunctionalKtheoryKforKsuperconductorsaKInternationaljJournaljofjQuantumjChemistryYK2004YK
llYKjlcZjlj 2.1 14

13 OnKtheKureakingKofKvarbonKNanotubesKunderKTensionaKNanojLettersYK2004YKgYKkddZkdh 11.5 87

12 PropagatorsKforKtheKtimeZdependentKαohnZShamKequationsaKJournaljofjChemicaljPhysicsYK2004YKdedYKfgehZff3.9 403

11 TimeKandKenergyZresolvedKtwoKphotonKphotoemissionKofKtheKvuTdKcKcUKandKvuTdKdKdUKmetalKsurfacesaK
ComputationaljMaterialsjScienceYK2004YKfcYKddcZddh 3.2 10

10 tnKtpplicationKofKNonZxxtensiveKStatisticalKMechanicsKtoKNanosystemsaKJournaljofjComputationalj
andjTheoreticaljNanoscienceYK2004YKdYKeejZeel 0.3 40

9 OpticalKPropertiesKofKNanostructuresKfromKTimeZwependentKwensityKyunctionalKTheoryaKJournaljofj
ComputationaljandjTheoreticaljNanoscienceYK2004YKdYKefdZehh 0.3 17

8 octopusmKaKfirstZprinciplesKtoolKforKexcitedKelectronâ��ionKdynamicsaKComputerjPhysicsjCommunications
YK2003YKdhdYKicZjk 4.2 569

7 wirectKObservationKofKtheKMechanicalKPropertiesKofKSingleZWalledKvarbonKNanotubesKandKTheirK
−unctionsKatKtheKttomicKLevelaKNanojLettersYK2003YKfYKjhdZjhh 11.5 135

6 tKTutorialKonKwensityKyunctionalKTheoryaKLecturejNotesjinjPhysicsYK2003YKedkZehi 0.8 23

5 TimeZdependentKdensityZfunctionalKapproachKforKbiologicalKchromophoresmKtheKcaseKofKtheKgreenK
fluorescentKproteinaKPhysicaljReviewjLettersYK2003YKlcYKehkdcd 7.4 166

4 TimeZwependentKwensityKyunctionalKTheoryaKLecturejNotesjinjPhysicsYK2003YKdggZdkg 0.8 50

3 vanKopticalKspectroscopyKdirectlyKelucidateKtheKgroundKstateKofKvecraKJournaljofjChemicaljPhysicsYK
2002YKddiYKdlfcZdlff 3.9 51

(2002-2005)
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2 RoadmapKonKMachineKLearningKinKxlectronicKStructureaKElectronicjStructureY 2.6 7

1 MachineZlearningKcorrectionKtoKdensityZfunctionalKcrystalKstructureKoptimizationaKMRSjBulletinYd 3.2 1
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