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212 γnravelingIxeatIβransportIandItissipationIinIαuspendedIMoαeIfromIrulkItoIMonolayerXXIAdvancede
MaterialsVI2022VIebaZhceb 24 1

211 βheIelphboltIabIinitioIsolverIforItheIcoupledIelectronWphononIroltzmannItransportIequationsXINpje
ComputationaleMaterialsVI2022VIhVI 10.9 2

210 ynterferenceIeffectsIinIoneWdimensionalImoirˆ'IcrystalsXICarbonVI2022VIahfVIdafWdbb 10.4 0

209 qtomicallyIαharpI¯ateralIαuperlatticeIxeterojunctionsIruiltWinIÅitrogenWdopedIÅanoporousI
wrapheneXXIAdvancedeMaterialsVI2022VIebaaZZii 24 1

208 solossalIphononIdragIenhancedIthermopowerIinIlightlyIdopedIdiamondXIMaterialseTodayePhysicsVI
2022VIaZZgdZ 8 0

207 εalidityIofItheIonWsiteIspinWorbitIcouplingIapproximationXIPhysicaleRevieweBVI2021VIaZdVI 3.3 1

206 αiestajIΨecentIdevelopmentsIandIapplicationsXIJournaleofeChemicalePhysicsVI2020VIaebVIbZdaZh 3.9 69

205 vermiIsurfaceIelectronWholeIinstabilityIofItheIRβMβαvSévIrechgaardIsaltIrevealedIbyItheI
firstWprinciplesI¯indhardIresponseIfunctionXIJournaleofePhysicseCondensedeMatterVI2020VIcbVIcdegZa 1.8 1

204
qnionIorderingItransitionIandIvermiIsurfaceIelectronWholeIinstabilitiesIinItheIRβMβαvSsl×IandI
RβMβαvSÅ×IrechgaardIsaltsIanalyzedIthroughItheIfirstWprinciplesI¯indhardIresponseIfunctionXI
JournaleofePhysicseCondensedeMatterVI2020VIccVIZhegZe

1.8 0

203 soexistenceIofIulasticIModulationsIinItheIshargeItensityIWaveIαtateIofIbIxWÅbαeXINanoeLettersVI
2019VIaiVIcZbgWcZcb 11.5 8

202 uvidenceIforItheIweakIcouplingIscenarioIofItheIéeierlsItransitionIinItheIblueIbronzeXIPhysicaleReviewe
MaterialsVI2019VIcVI 3.2 11

201 bIˆ�IbIchargeIdensityIwaveIinIsingleWlayerIβiβeIbXIyDeMaterialsVI2019VIfVIZaeZbg 5.9 10

200 αpinIéroximityIuffectsIinIwrapheneYβopologicalIynsulatorIxeterostructuresXINanoeLettersVI2018VIahVIbZccWbZci11.5 65

199 virstIprinciplesIanalysisIofItheIstWIinstabilityIofIsingleWlayerIaIβIWβiαeIbIandIitsIevolutionIwithI
chargeIcarrierIdensityXIyDeMaterialsVI2018VIeVIZbeZbd 5.9 14

198 qddressingItheIunvironmentIulectrostaticIuffectIonIrallisticIulectronIβransportIinI¯argeIαystemsjIqI
−MYMMWÅuwvIqpproachXIJournaleofePhysicaleChemistryeBVI2018VIabbVIdheWdib 3.4 14

197 MechanismsIbehindItheIenhancementIofIthermalIpropertiesIofIgrapheneInanofluidsXINanoscaleVI
2018VIaZVIaedZbWaedZi 7.7 36

196 ×pticalIandIelectronicIpropertiesIofIbxâ��MoαbIunderIpressurejIΨevealingItheIspinWpolarizedInatureI
ofIbulkIelectronicIbandsXIPhysicaleRevieweMaterialsVI2018VIbVI 3.2 14
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195 ymplementationIofInonWcollinearIspinWconstrainedItvβIcalculationsIinIαyuαβqIwithIaIfullyIrelativisticI
xamiltonianXIJPhyseMaterialsVI2018VIaVIZaeZaZ 4.2 7

194 αpinWsrossoverIinIanIuxfoliatedIbtIsoordinationIéolymerIandIytsIymplementationIinIβhermochromicI
vilmsXIACSeAppliedeNanoeMaterialsVI2018VIaVIbffbWbffh 5.6 20

193 qnisotropicIfeaturesIinItheIelectronicIstructureIofItheItwoWdimensionalItransitionImetalI
trichalcogenideIβiαIcIjIelectronIdopingIandIplasmonsXIyDeMaterialsVI2017VIdVIZbeZhe 5.9 20

192 wrowthIofIβwinWvreeIandI¯owWtopedIβopologicalIynsulatorsIonIravbRaaaSXICrystaleGrowtheande
DesignVI2017VIagVIdfeeWdffZ 3.5 24

191 qbIinitioIstudyIofIelectronWphononIcouplingIinIrubreneXIPhysicaleRevieweBVI2017VIifVI 3.3 22

190 εoltageWynducedIsoercivityIΨeductionIinIÅanoporousIqlloyIvilmsjIqIroostItowardIunergyWufficientI
MagneticIqctuationXIAdvancedeFunctionaleMaterialsVI2017VIbgVIagZaiZd 15.6 31

189 βhermalIandItransportIpropertiesIofIpristineIsingleWlayerIhexagonalIboronInitridejIqIfirstIprinciplesI
investigationXIPhysicaleRevieweMaterialsVI2017VIaVI 3.2 10

188 ulectronicIstructureIofIbIxIWÅbαeIbIsingleWlayersIinItheIstWIstateXIyDeMaterialsVI2016VIcVIZceZbh 5.9 33

187 xowIdisorderIaffectsItopologicalIsurfaceIstatesIinItheIlimitIofIultrathinIriIbIαeIcIfilmsXIyDeMaterialsVI
2016VIcVIZdeZZg 5.9 1

186 ÅanotexturingIβoIunhanceIéhotoluminescentIΨesponseIofIqtomicallyIβhinIyndiumIαelenideIwithI
xighlyIβunableIrandIwapXINanoeLettersVI2016VIafVIcbbaWi 11.5 119

185 sapacitiveItÅqItetectionItrivenIbyIulectronicIshargeIvluctuationsIinIaIwrapheneIÅanoporeXI
PhysicaleRevieweAppliedVI2015VIcVI 4.3 54

184 −uasiparticleIspectraIofIbxâ��ÅbαebjIβwoWbandIsuperconductivityIandItheIroleIofItunnelingI
selectivityXIPhysicaleRevieweBVI2015VIibVI 3.3 32

183 βunnelingIandIelectronicIstructureIofItheItwoWgapIsuperconductorIMgrbXIPhysicaleRevieweBVI2015VI
ibVI 3.3 5

182 ulectronicIpropertiesIofIsingleWlayerIandImultilayerItransitionImetalIdichalcogenidesIMXbIRMImIMoVI
WIandIXImIαVIαeSXIAnnaleneDerePhysikVI2014VIebfVIcdgWceg 2.6 143

181 MomentumIdependenceIofIspinâ��orbitIinteractionIeffectsIinIsingleWlayerIandImultiWlayerItransitionI
metalIdichalcogenidesXIyDeMaterialsVI2014VIaVIZcdZZc 5.9 71

180 ManganeseIcˆ�cIandIcˆ�cWΨcZoIstructuresIandIstructuralIphaseItransitionIonIwWwaÅRZZZa´flSIstudiedI
byIscanningItunnelingImicroscopyIandIfirstWprinciplesItheoryXIPhysicaleRevieweBVI2013VIhgVI 3.3 6

179 βightWbindingImodelIandIdirectWgapYindirectWgapItransitionIinIsingleWlayerIandImultilayerIMoαbXI
PhysicaleRevieweBVI2013VIhhVI 3.3 284

178 ynsulatingIbehaviorIofIanIamorphousIgrapheneImembraneXIPhysicaleRevieweBVI2012VIhfVI 3.3 30
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177 sarbonInanotubesIasIsubstratesIforImolecularIspiropyranWbasedIswitchesXIJournaleofePhysicse
CondensedeMatterVI2012VIbdVIcidZZf 1.8 14

176 ulectroresistanceIeffectIinIferroelectricItunnelIjunctionsIwithIsymmetricIelectrodesXIACSeNanoVI
2012VIfVIadgcWh 16.7 42

175 éerformanceIofIlocalIorbitalIbasisIsetsIinItheIselfWconsistentIαternheimerImethodIforIdielectricI
matricesIofIextendedIsystemsXIEuropeanePhysicaleJournaleBVI2012VIheVIa 1.2 6

174 salculationIofIcoreIlevelIshiftsIwithinItvβIusingIpseudopotentialsIandIlocalizedIbasisIsetsXIEuropeane
PhysicaleJournaleBVI2012VIheVIa 1.2 37

173 tielectricIscreeningIinIextendedIsystemsIusingItheIselfWconsistentIαternheimerIequationIandI
localizedIbasisIsetsXIPhysicaleRevieweBVI2012VIheVI 3.3 12

172 YjraZr×cIperovskiteIcompoundsIyjItvβIstudyIonItheIunprotonatedIandIprotonatedIlocalIstructuresXI
ChemistryeseaneAsianeJournalVI2012VIgVIahbgWcg 4.5 10

171 αtructuralVIdynamicalVIandIelectronicItransportIpropertiesIofImodifiedItÅqIduplexesIcontainingI
sizeWexpandedInucleobasesXIJournaleofePhysicaleChemistryeAVI2011VIaaeVIaacddWed 2.8 15

170 ×xygenIsurfaceIfunctionalizationIofIgrapheneInanoribbonsIforItransportIgapIengineeringXIACSe
NanoVI2011VIeVIibgaWg 16.7 36

169 MagnetoresistanceIandImagneticIorderingIfingerprintsIinIhydrogenatedIgrapheneXIPhysicaleReviewe
LettersVI2011VIaZgVIZaffZb 7.4 113

168 MagnetismWdependentItransportIphenomenaIinIhydrogenatedIgraphenejIfromIspinWsplittingItoI
localizationIeffectsXIACSeNanoVI2011VIeVIcihgWib 16.7 41

167 qnIefficientIimplementationIofIaI−Mâ��MMImethodIinIαyuαβqXITheoreticaleChemistryeAccountsVI2011VI
abhVIhbeWhcc 1.9 24

166 ModulationIofIαurfaceIshargeIβransferIthroughIsompetingI¯ongWΨangeIΨepulsiveIversusI
αhortWΨangeIqttractiveIynteractionsXIJournaleofePhysicaleChemistryeCVI2011VIaaeVIahfdZWahfdh 3.8 46

165 −uantumItransportIinIchemicallyImodifiedItwoWdimensionalIgraphenejIvromIminimalIconductivityI
toIqndersonIlocalizationXIPhysicaleRevieweBVI2011VIhdVI 3.3 66

164 randIselectionIandIdisentanglementIusingImaximallyIlocalizedIWannierIfunctionsjItheIcasesIofIsoI
impuritiesIinIbulkIcopperIandItheIsuRaaaSIsurfaceXIJournaleofePhysicseCondensedeMatterVI2010VIbbVIchefZa1.8 11

163 tamagingIgrapheneIwithIozoneItreatmentjIaIchemicallyItunableImetalWinsulatorItransitionXIACSe
NanoVI2010VIdVIdZccWh 16.7 126

162 ulectronicItransportIbetweenIgrapheneIlayersIcovalentlyIconnectedIbyIcarbonInanotubesXIACSe
NanoVI2010VIdVIgeifWfZb 16.7 109

161 ×rbitalIspecificIchiralityIandIhomochiralIselfWassemblyIofIachiralImoleculesIinducedIbyIchargeI
transferIandIspontaneousIsymmetryIbreakingXIPhysicaleRevieweLettersVI2010VIaZeVIaaegZb 7.4 109

160 tensityWwaveIinstabilityIinI˛–â��RrutβWββvSb–xgRαsÅSdIstudiedIbyIxWrayIdiffuseIscatteringIandIbyI
firstWprinciplesIcalculationsXIPhysicaleRevieweBVI2010VIhbVI 3.3 22

Pablo Ordejon

4



159 ΨealWβimeIβtWtvβIαimulationsIinItyeIαensitizedIαolarIsellsjIβheIulectronicIqbsorptionIαpectrumIofI
qlizarinIαupportedIonIβi×bIÅanoclustersXIJournaleofeChemicaleTheoryeandeComputationVI2010VIfVIbhefWfe 6.4 142

158 βunnelingIspectroscopyIinIcoreYshellIstructuredIveYMg×InanospheresXIAppliedePhysicseLettersVI2009
VIidVIZfbeZg 3.4 10

157 ×ptimalIstrictlyIlocalizedIbasisIsetsIforInobleImetalIsurfacesXIPhysicaleRevieweBVI2009VIgiVI 3.3 90

156 βheIαyuαβqImethodkIdevelopmentsIandIapplicabilityXIJournaleofePhysicseCondensedeMatterVI2008VIbZVIZfdbZh1.8 364

155 βrendsIinIÅanotechnologyIRβÅβbZZgSXIPhysicaeStatuseSolidiemAneApplicationseandeMaterialseScienceVI
2008VIbZeVIabdeWabdh 1.6

154 randIbendingIandIquasiWbtuwIinItheImetallizedI˛†WαisRZZaSIsurfaceXIPhysicaeStatuseSolidieseRapide
ResearcheLettersVI2008VIbVIbahWbbZ 2.5 9

153 érefacejIphysXIstatXIsolXIRaSIbZdYfXIPhysicaeStatuseSolidiemAneApplicationseandeMaterialseScienceVI2007VI
bZdVIafZgWafaZ 1.6 1

152 βransportImeasurementsIunderIpressureIinIyyyâ��yεIlayeredIsemiconductorsXIPhysicaeStatuseSolidiemBn:e
BasiceResearchVI2007VIbddVIafbWafh 1.3 10

151 waαIandIynαeIequationsIofIstateIfromIsingleIcrystalIdiffractionXIPhysicaeStatuseSolidiemBn:eBasice
ResearchVI2007VIbddVIafiWagc 1.3 7

150 ynteractionIofIcopperIorganometallicIprecursorsIwithIbarrierIlayersIofIβiVIβaIandIWIandItheirI
nitridesjIaIfirstWprinciplesImolecularIdynamicsIstudyXIJournaleofeMoleculareModelingVI2007VIacVIhfaWd 2 10

149 qbIinitioIstudyIofIÅ×xIcompoundsIadsorptionIonIαn×bIsurfaceXISensorseandeActuatorseB:eChemicalVI
2007VIabfVIfbWfg 8.5 82

148 ΨesistiveIandIrectifyingIeffectsIofIpullingIgoldIatomsIatIthiolWgoldInanocontactsXIPhysicaleRevieweBVI
2007VIgeVI 3.3 17

147 ynhomogenitiesIofItheIstWIvectorIatItheIRWbZaSIsurfaceIofI−uasiWatIblueIbronzeIΨbZXcMo×cXI
JournaleofePhysics:eConferenceeSeriesVI2007VIfaVIadZWadf 0.3 2

146 αimulationIofItheIwrowthIofIsopperIvilmsIforIMicroIandIÅanoWulectronicsXIAdvanceseineScienceeande
TechnologyVI2006VIeaVIafgWagc 0.1

145 ulectronItransportIviaIlocalIpolaronsIatIinterfaceIatomsXIPhysicaleRevieweLettersVI2006VIigVIbZfhZa 7.4 46

144
xighWpressureVIhighWtemperatureIphaseIdiagramIofIynαejIqIcomprehensiveIstudyIofItheIelectronicI
andIstructuralIpropertiesIofItheImonoclinicIphaseIofIynαeIunderIhighIpressureXIPhysicaleRevieweBVI
2006VIgcVI

3.3 32

143 vyΨαβIéΨyÅsyé¯uαIα¯qrIΨu¯qXqβy×ÅIαβγtYI×vIβxuIβiveRZZaSIαγΨvqsuXISurfaceeRevieweande
LettersVI2006VIacVIdieWeZa 1.1 1

142 qnalysisIofIscanningItunnelingImicroscopyIimagesIofItheIchargeWdensityWwaveIphaseIinI
quasiWoneWdimensionalIΨbZXcMo×cXIPhysicaleRevieweBVI2006VIgdVI 3.3 6
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141 ulectronicIstructureIandIchargeItransferIinItheIternaryIintercalatedIgraphiteIbetaW–αZXbescXI
InorganiceChemistryVI2006VIdeVIichgWic 5.1

140 αcientificIxighlightsIfromItheI˛¤kIÅetworkjIβowardsIqtomisticIMaterialsItesignXIPhysicaeStatuse
SolidiemBn:eBasiceResearchVI2006VIbdcVIbddeWbdde 1.3

139 virstWprinciplesIanalysesIandIpredictionsIonItheIreactivityIofIbarrierIlayersIofIβaIandIβaÅItowardI
organometallicIprecursorsIforIdepositionIofIcopperIfilmsXILangmuirVI2005VIbaVIgfZhWad 4 31

138 virstIstagesIofItheIoxidationIofItheIαiWrichIcsâ��αisRZIZIaSIsurfaceXIComputationaleMaterialseScienceVI
2005VIccVIacWai 3.2 9

137 srystalIsymmetryIandIpressureIeffectsIonItheIvalenceIbandIstructureIofI˛‡WynαeIandI˛µWwaαejI
βransportImeasurementsIandIelectronicIstructureIcalculationsXIPhysicaleRevieweBVI2005VIgaVI 3.3 54

136 ÅanotubesIandInanowiresjItheIeffectIofIimpuritiesIandIdefectsIonItheirIelectronicIpropertiesXI
InternationaleJournaleofeNanotechnologyVI2005VIbVIaad 1.5 10

135 αelfWdopedItitaniumIoxideIthinIfilmsIforIefficientIvisibleIlightIphotocatalysisjIqnIexamplejI
ÅonylphenolIphotodegradationXISensorseandeActuatorseB:eChemicalVI2005VIaZiVIebWef 8.5 31

134 βheoreticalIstudyIofI×bIandIs×IadsorptionIonIqunIclustersIRnmeâ��aZSXIChemicalePhysicseLettersVI2005
VIdZhVIbebWbeg 2.5 92

133 ulectronicIαtructureIsalculationsIwithI¯ocalizedI×rbitalsjIβheIαiestaIMethodI2005VIggWia 3

132 αtrengthIofIradialIbreathingImodeIinIsingleWwalledIcarbonInanotubesXIPhysicaleRevieweBVI2005VIgaVI 3.3 104

131 sompositionWdependentIstructuralIpropertiesIinIαcwaÅIalloyIfilmsjIqIcombinedIexperimentalIandI
theoreticalIstudyXIJournaleofeAppliedePhysicsVI2005VIihVIabceZa 2.5 33

130 sommentIonILMolecularIdistortionsIandIchemicalIbondingIofIaIlargeIpiWconjugatedImoleculeIonIaI
metalIsurfaceLXIPhysicaleRevieweLettersVI2005VIieVIbZifZakIauthorIreplyIbZifZb 7.4 66

129 αcanningItunnelingImicroscopyIandIsurfaceIsimulationIofIzincWblendeIwaÅRZZaSIintrinsicIdxI
reconstructionjIlinearIgalliumItetramersoXIPhysicaleRevieweLettersVI2005VIieVIadfaZb 7.4 12

128 randIstructureIofIindiumIselenideIinvestigatedIbyIintrinsicIphotoluminescenceIunderIhighI
pressureXIPhysicaleRevieweBVI2004VIgZVI 3.3 28

127 αystematicIstudyIofIelectronIlocalizationIinIanIamorphousIsemiconductorXIPhysicaleRevieweBVI2004VI
fiVI 3.3 31

126
qntisitesIasIéossibleI×riginIofIyrradiationIynducedIéhotoluminescenceIsentersIinIαisjIqIβheoreticalI
αtudyIonIslustersIofIqntisitesIandIsarbonIynterstitialsIinIdxWαisXIMaterialseScienceeForumVI2004VI
degWdfZVIddcWddh

0.4 1

125 virstWérinciplesIαtudyIofI×IqdsorptionIatIαisIαurfaceXIMaterialseScienceeForumVI2004VIdegWdfZVIabicWabif0.4 2

124 éhononIdispersionIinIgraphiteXIPhysicaleRevieweLettersVI2004VIibVIZgeeZa 7.4 410
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123 αtabilityIandImobilityIofImonoWIandIdiWinterstitialsIinIalphaWveXIPhysicaleRevieweLettersVI2004VIibVIageeZc 7.4 369

122 αimulationsIofImineralsIusingIdensityWfunctionalItheoryIbasedIonIatomicIorbitalsIforIlinearIscalingXI
PhysicseandeChemistryeofeMineralsVI2004VIcaVIabWba 1.6 14

121 αelfWpassivationImechanismsIinIclustersIofIÅIdopantsIinIαisXIPhysicaeStatuseSolidieC:eCurrenteTopicseine
SolideStateePhysicsVI2004VIaVIbgdWbgg 1

120 soncerningItheIoriginIofIsuperstructuresIinIhydrogenImolybdenumIbronzesIxxMo×cXISolideStatee
IonicsVI2004VIafhVIbiaWbih 3.3 6

119 virstIprinciplesIstudyIofIgoldIadsorptionIandIdiffusionIonIgraphiteXISurfaceeScienceVI2004VIefdVIagcWagh 1.8 58

118
tynamicalIscreeningIandIabsorptionIwithinIaIstrictlyIlocalizedIbasisIimplementationIofI
timeWdependentI¯tqjIvromIsmallIclustersIandImoleculesItoIazaWfullerenesXIPhysicaleRevieweBVI2004VI
fiVI

3.3 33

117 virstWprinciplesIstudiesIofItheIdiffusionIofIrIimpuritiesIandIvacanciesIinIαisXIPhysicaleRevieweBVI2004VI
fiVI 3.3 23

116 somputingItheIéropertiesIofIMaterialsIfromIvirstIérinciplesIwithIαyuαβqXIStructureeandeBondingVI
2004VIaZcWagZ 0.9 96

115 αamplingItheIdiffusionIpathsIofIaIneutralIvacancyIinIsiliconIwithIquantumImechanicalIcalculationsXI
PhysicaleRevieweBVI2004VIgZVI 3.3 70

114 tensityIfunctionalItheoryIcalculationsIofIquantumIelectronItransportjIcarbonInanotubesWgoldI
contactsXIAdvanceseineQuantumeChemistryVI2003VIbiiWcad 1.4 5

113 εibrationalIpropertiesIofIdoubleWwalledIcarbonInanotubesXIAIPeConferenceeProceedingsVI2003VI 0 4

112 virstWprinciplesImolecularIdynamicsIstudyIofItheIstretchingIfrequenciesIofIhydrogenImoleculesIinI
carbonInanotubesXINeweJournaleofePhysicsVI2003VIeVIabdWabd 2.9 12

111 βranαyuαβqjIaIspiceIforImolecularIelectronicsXIAnnalseofetheeNeweYorkeAcademyeofeSciencesVI2003VI
aZZfVIbabWbf 6.5 175

110 ModulationIofItheIÅ×ItransIeffectIinIhemeIproteinsjIimplicationsIforItheIactivationIofIsolubleI
guanylateIcyclaseXIJournaleofeBiologicaleInorganiceChemistryVI2003VIhVIeieWfZZ 3.7 39

109 tefectsIofItheIαisYαi×bIinterfacejIenergeticsIofItheIelementaryIstepsIofItheIoxidationIreactionXI
PhysicaeB:eCondensedeMatterVI2003VIcdZWcdbVIaZfiWaZgc 2.8 16

108 sompressibilityIofIs×IadsorbedIonIÅiIfromIaZâ��fImbarItoIaXbIbarIambientIs×IpressuresI
investigatedIwithIXWrayIdiffractionXISurfaceeScienceVI2003VIebbVIafaWaff 1.8 26

107
αpecificIfeaturesIofItheIelectronicIstructureIofIyyyâ��εyIlayeredIsemiconductorsjIrecentIresultsIonI
structuralIandIopticalImeasurementsIunderIpressureIandIelectronicIstructureIcalculationsXIPhysicae
StatuseSolidiemBn:eBasiceResearchVI2003VIbceVIbfgWbgf

1.3 17

106 ulasticIpropertiesIandIpressureWinducedIphaseItransitionsIofIsingleWwalledIcarbonInanotubesXI
PhysicaeStatuseSolidiemBn:eBasiceResearchVI2003VIbceVIcedWcei 1.3 41
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105 qItvβWrasedI−MWMMIqpproachItesignedIforItheIβreatmentIofI¯argeIMolecularIαystemsjII
qpplicationItoIshorismateIMutaseXIJournaleofePhysicaleChemistryeBVI2003VIaZgVIacgbhWacgcf 3.4 110

104 virstIprinciplesIstudiesIofIneutralIvacanciesIdiffusionIinIαisXIComputationaleMaterialseScienceVI2003VI
bgVIcfWdb 3.2 18

103 βheoreticalIstudyIofItheInonlinearIconductanceIofItiWthiolIbenzeneIcoupledItoIquRaIaIaSIsurfacesI
viaIthiolIandIthiolateIbondsXIComputationaleMaterialseScienceVI2003VIbgVIaeaWafZ 3.2 425

102 xexagonalIdiamondIfromIsingleWwalledIcarbonInanotubesXIAIPeConferenceeProceedingsVI2003VI 0 1

101 ulectronsIinIdryItÅqIfromIdensityIfunctionalIcalculationsXIMolecularePhysicsVI2003VIaZaVIaehgWaeid 1.7 82

100 qIsauseIforIαisYαi×bIynterfaceIαtatesjItheIαiteIαelectionIofI×xygenIinIαisXIMaterialseScienceeForumVI
2003VIdccWdcfVIeceWech 0.4 9

99 virstWérinciplesIαtudiesIofIÅIandIéItopantIynteractionsIinIαisjIymplicationsIforIsoWtopingXIMaterialse
ScienceeForumVI2003VIdccWdcfVIfdiWfeb 0.4 2

98 virstWprinciplesIcalculationIofItheIbandIoffsetIatIra×Yraβi×cIandIαr×Yαrβi×cIinterfacesXIPhysicale
RevieweBVI2003VIfgVI 3.3 111

97 ×riginIofIcurrentWinducedIforcesIinIanIatomicIgoldIwirejIIqIfirstWprinciplesIstudyXIPhysicaleRevieweBVI
2003VIfgVI 3.3 87

96 qggregationIofIcarbonIinterstitialsIinIsiliconIcarbidejIqItheoreticalIstudyXIPhysicaleRevieweBVI2003VI
fhVI 3.3 94

95 sharacterizationIofItheIunoccupiedIandIpartiallyIoccupiedIstatesIofIββvWβsÅ−IbyIXqÅuαIandI
firstWprinciplesIcalculationsXIPhysicaleRevieweBVI2003VIfhVI 3.3 50

94 virstWprinciplesIcharacterizationIofItheIelectronicIstructureIofItheImolecularIsuperconductorI
˛†â��Rrutβâ��ββvSbyrrbXIPhysicaleRevieweBVI2003VIfgVI 3.3 17

93 virstWprinciplesIstudyIofInWtypeIdopantsIandItheirIclusteringIinIαisXIAppliedePhysicseLettersVI2003VIhbVIdbihWdcZZ3.4 21

92 MolecularItynamicsIαimulationsIofIÅanotubeIwrowthI2003VIdeWef

91 tesignedIαelfWtopedIβitaniumI×xideIβhinIvilmsIforIufficientIεisibleW¯ightIéhotocatalysisXIAdvancede
MaterialsVI2002VIadVIaciiWadZb 24 412

90 unvironmentIeffectsIonIchemicalIreactivityIofIhemeIproteinsXIInternationaleJournaleofeQuantume
ChemistryVI2002VIiZVIaeZeWaead 2.1 23

89 βheIαyuαβqImethodIforabIinitioorderWÅmaterialsIsimulationXIJournaleofePhysicseCondensedeMatterVI
2002VIadVIbgdeWbggi 1.8 7828

88 βheoreticalIevidenceIforItheIkickWoutImechanismIforIrIdiffusionIinIαisXIAppliedePhysicseLettersVI2002VI
haVIbihiWbiia 3.4 22
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87 virstWprinciplesIstudyIofItheIblueIbronzeI–ZXcMo×cXIPhysicaleRevieweBVI2002VIfeVI 3.3 36

86 virstWprinciplesIstudyIofItheIneutralImolecularImetalIÅiRtmdtSbXIPhysicaleRevieweBVI2002VIfeVI 3.3 55

85 αn×IbIjIrulkIandIαurfaceIαimulationsIbyIanIqbIynitioIÅumericalI¯ocalI×rbitalsIMethodXIPhasee
TransitionsVI2002VIgeVIadcWadi 1.3 12

84 qbIynitioIsalculationsIofIrItiffusionIinIαisXIMaterialseScienceeForumVI2002VIchiWcicVIeecWeef 0.4 1

83 qngleWresolvedIphotoemissionIstudyIandIfirstWprinciplesIcalculationIofItheIelectronicIstructureIofI
waβeXIPhysicaleRevieweBVI2002VIfeVI 3.3 34

82 ulectronicIbandIstructureIofIisolatedIandIbundledIcarbonInanotubesXIPhysicaleRevieweBVI2002VIfeVI 3.3 297

81 βightWbindingIdescriptionIofIgrapheneXIPhysicaleRevieweBVI2002VIffVI 3.3 761

80 αimulationsIofIquantumItransportIinInanoscaleIsystemsjIapplicationItoIatomicIgoldIandIsilverIwiresXI
NanotechnologyVI2002VIacVIcdfWcea 3.4 34

79 qbIinitioIcalculationsIofItheIopticalIpropertiesIofIdWˆ�WdiameterIsingleWwalledInanotubesXIPhysicale
RevieweBVI2002VIffVI 3.3 219

78 tensityWfunctionalImethodIforInonequilibriumIelectronItransportXIPhysicaleRevieweBVI2002VIfeVI 3.3 4039

77 qbIinitioIdeterminationIofItheIphononIdeformationIpotentialsIofIgrapheneXIPhysicaleRevieweBVI2002
VIfeVI 3.3 58

76 ulasticIpropertiesIofIcarbonInanotubesIunderIhydrostaticIpressureXIPhysicaleRevieweBVI2002VIfeVI 3.3 133

75 αolidIphosphorusIcarbideoXIChemicaleCommunicationsVI2002VIbdidWbdie 5.8 15

74 qbIinitioIlocalIvibrationalImodesIofIlightIimpuritiesIinIsiliconXIPhysicaleRevieweBVI2002VIfeVI 3.3 50

73 qbWynitioIsalculationsIonItheIαtructuralIandIulectronicIéropertiesIofIra×Yrati×cIqndIαr×Yαrβi×cI
ynterfacesI2002VIefaWega

72 βheIfascinatingIdynamicsIofIdefectsIinIsiliconXIPhysicaeB:eCondensedeMatterVI2001VIcZhWcaZVIaWg 2.8 2

71 εibrationalIpropertiesIofIxWrelatedIdefectsIinIsiliconXIPhysicaeB:eCondensedeMatterVI2001VIcZhWcaZVIadgWaeZ2.8 2

70 βheIstrangeIbehaviorIofIinterstitialIxbImoleculesIαiIandIwaqsXIPhysicaeB:eCondensedeMatterVI2001VI
cZhWcaZVIbZbWbZe 2.8 10

(2001-2002)

9



69 sopperWtefectIandIsopperWympurityIynteractionsIinIαiliconXISolideStateePhenomenaVI2001VIhbWhdVIcdaWcdh0.4 10

68 xybridItÅqWgoldInanostructuredImaterialsjIanabIinitioapproachXINanotechnologyVI2001VIabVIabfWaca 3.4 33

67 tynamicsIofIinterstitialIhydrogenImoleculesIinIcrystallineIsiliconXIJournaleofePhysicseCondensede
MatterVI2001VIacVIfbgaWfbhc 1.8 33

66 αelfWinterstitialâ��hydrogenIcomplexesIinIαiXIPhysicaleRevieweBVI2001VIfdVI 3.3 11

65 virstWprinciplesIstudyIofItheIoriginIandInatureIofIferromagnetismIinIwaaâ��xMnxqsXIPhysicaleRevieweBVI
2001VIfcVI 3.3 258

64 γnexpectedIdynamicsIforIselfWinterstitialIclustersIinIsiliconXIPhysicaleRevieweLettersVI2001VIhfVIabdgWeZ 7.4 82

63 tensityWfunctionalIcalculationsIofItheIstructuresVIbindingIenergiesVIandImagneticImomentsIofIveI
clustersIwithIbItoIagIatomsXIPhysicaleRevieweBVI2001VIfcVI 3.3 175

62 qbIinitioIstudyIofIsiliconWmultisubstitutedIneutralIandIchargedIfullerenesXIPhysicaleRevieweBVI2001VI
fcVI 3.3 61

61 vullereneIgrowthIandItheIroleIofInonclassicalIisomersXIPhysicaleRevieweBVI2001VIfcVI 3.3 52

60 uxperimentalIandItheoreticalIstudyIofIbandIstructureIofIynαeIandIynaâ��xwaxαeIRxXIPhysicaleRevieweBVI
2001VIfcVI 3.3 64

59 éhononIeigenvectorsIofIchiralInanotubesXIPhysicaleRevieweBVI2001VIfdVI 3.3 48

58 ΨingIclosureIinIdioxinIformationIprocessjIqnIabIinitioImolecularIdynamicsIstudyXIJournaleofeChemicale
PhysicsVI2001VIaaeVIfdZaWfdZe 3.9 10

57 αurfaceIelectronicIstructureIofImetastableIveαiRssslSRaIaIaSXISurfaceeScienceVI2001VIdhbWdheVIfbeWfca 1.8 7

56 ynterplayIbetweenItheoryIandIexperimentIinsolidIstateIinorganicIchemistryXIJournaleofeMaterialse
ChemistryVI2001VIaaVIaWaZ 14

55 ¯inearIαcalingItvβIsalculationsIwithIÅumericalIqtomicI×rbitalsXIMaterialseResearcheSocietye
SymposiaeProceedingsVI2001VIfggVIifa 53

54 virstIérinciplesIulectronicIαtructureIMethodsI2001VIahiWbbZ

53 ¯inearIαcalingIabIinitioIsalculationsIinIÅanoscaleIMaterialsIwithIαyuαβqXIPhysicaeStatuseSolidiemBn:e
BasiceResearchVI2000VIbagVIcceWcef 1.3 106

52 αeeingImolecularIorbitalsXIChemicalePhysicseLettersVI2000VIcbaVIghWhb 2.5 111

Pablo Ordejon

10



51 βheIstructureIandIdynamicsIofIcrystallineIdureneIbyIneutronIscatteringIandInumericalImodellingI
usingIdensityIfunctionalImethodsXIChemicalePhysicsVI2000VIbfaVIahiWbZc 2.3 37

50 MetallicIbondingIandIclusterIstructureXIPhysicaleRevieweBVI2000VIfaVIeggaWeghZ 3.3 157

49 ÅewIMethodIvorIvirstIérinciplesIModelingIofIulectronIβransportIthroughIÅanoelectronicItevicesXI
MaterialseResearcheSocietyeSymposiaeProceedingsVI2000VIfcfVIibea 1

48 βightIbindingImolecularIdynamicsIstudiesIofIboronIassistedInanotubeIgrowthXIJournaleofeChemicale
PhysicsVI2000VIaacVIchadWchba 3.9 34

47 ulectronicIstructureIofItheIsuperconductingIlayeredIternaryInitridesIsaβaÅbIandIsaÅbÅbXIPhysicale
RevieweBVI2000VIfbVIaeabWaeae 3.3 11

46 sommentIonILydentifyingImolecularIorientationIofIindividualIsfZIonIaIαiRaaaSWRgxgSIαurfaceLXI
PhysicaleRevieweLettersVI2000VIheVIbfec 7.4 11

45 ÅewIsuperhardIphasesIforIthreeWdimensionalIsfZWbasedIfulleritesXIPhysicaleRevieweLettersVI2000VI
heVIbcbhWca 7.4 82

44 qbsenceIofIdcWconductivityIinIlambdaWtÅqXIPhysicaleRevieweLettersVI2000VIheVIdiibWe 7.4 531

43 toIthiolsImerelyIpassivateIgoldInanoclustersoXIPhysicaleRevieweLettersVI2000VIheVIebeZWa 7.4 142

42 ulectronicIstructureIofImonoclinicIβeMoe×afjIéredictionIofIsemiconductingIbehaviorXIPhysicale
RevieweBVI2000VIfbVIafdcZWafdcd 3.3 5

41 αystematicIabIinitioIstudyIofItheIelectronicIandImagneticIpropertiesIofIdifferentIpureIandImixedI
ironIsystemsXIPhysicaleRevieweBVI2000VIfaVIacfciWacfdf 3.3 93

40 ¯inearIαcalingIabIinitioIsalculationsIinIÅanoscaleIMaterialsIwithIαyuαβqI2000VIbagVIcce 3

39 αtiffIMonatomicIwoldIWiresIwithIaIαpinningIZigzagIweometryXIPhysicaleRevieweLettersVI1999VIhcVIchhdWchhg7.4 227

38 rondingIandIdiffusionIofIraIonIaIαiRZZaSIreconstructedIsurfaceXIPhysicaleRevieweBVI1999VIfZVIdifhWdiga 3.3 34

37 qpplicationIofIlocalWspinWdensityIapproximationItoIaâ��αiIandItetrahedralIaâ��sXIPhysicaleRevieweBVI1999
VIfZVIaZeidWaZeig 3.3 13

36 unergeticsIofItheIoxidationIandIopeningIofIaIcarbonInanotubeXIPhysicaleRevieweBVI1999VIfZVIΨbbZhWΨbbaa3.3 68

35 αtructureIandIthermalIstabilityIofIgoldInanoclustersjIβheIquchIcaseXIEuropeanePhysicaleJournaleDVI
1999VIiVIbaaWbae 1.3 47

34 qbIinitioIstructuralVIelasticVIandIvibrationalIpropertiesIofIcarbonInanotubesXIPhysicaleRevieweBVI1999
VIeiVIabfghWabfhh 3.3 779

(1999-2000)

11



33 ¯inearWαcalingIabWinitioIsalculationsIforI¯argeIandIsomplexIαystemsXIPhysicaeStatuseSolidiemBn:eBasice
ResearchVI1999VIbaeVIhZiWhag 1.3 839

32 ulectronicIαtatesIinIaIviniteIsarbonIÅanotubejIqI×neWtimensionalI−uantumIroxXIPhysicaleReviewe
LettersVI1999VIhbVIcebZWcebc 7.4 165

31 qtomicIlayeringIatItheIliquidIsiliconIsurfacejIqIfirstWprinciplesIsimulationXIPhysicaleRevieweBVI1999VI
fZVIΨafbhcWΨafbhf 3.3 37

30 αelfWconsistentIdensityWfunctionalIcalculationsIofItheIgeometriesVIelectronicIstructuresVIandI
magneticImomentsIofIÅiWqlIclustersXIPhysicaleRevieweBVI1999VIfZVIbZbZWbZbd 3.3 85

29 αtructureIandIthermalIstabilityIofIgoldInanoclustersjIβheIquchIcaseI1999VIbaaWbae 4

28 ¯inearWαcalingIabWinitioIsalculationsIforI¯argeIandIsomplexIαystemsI1999VIbaeVIhZi 24

27 ×rderWÅItightWbindingImethodsIforIelectronicWstructureIandImolecularIdynamicsXIComputationale
MaterialseScienceVI1998VIabVIaegWaia 3.2 94

26 ¯owestIunergyIαtructuresIofIwoldIÅanoclustersXIPhysicaleRevieweLettersVI1998VIhaVIafZZWafZc 7.4 334

25 ulectronicWstructureWbasedImolecularWdynamicsImethodIforIlargeIbiologicalIsystemsjIqpplicationItoI
theIaZIbasepairIpolyRdwSopolyRdsSItÅqIdoubleIhelixXIPhysicaleRevieweBVI1997VIeeVIfhhZWfhhg 3.3 66

24 αurfaceIelectronicIstructureIofImetastableIveαiRssslSRaaaSIepitaxiallyIgrownIonIαiRaaaSXIPhysicale
RevieweBVI1997VIeeVIΨafZfeWΨafZfh 3.3 12

23 tensityIfunctionalIstudiesIofIsmallIplatinumIclustersXIJournaleofePhysicseCondensedeMatterVI1997VIiVI¯ciW¯de1.8 81

22 tensityWfunctionalImethodIforIveryIlargeIsystemsIwithI¯sq×IbasisIsetsI1997VIfeVIdecWdfa 1360

21 αelfWconsistentIorderWÅIdensityWfunctionalIcalculationsIforIveryIlargeIsystemsXIPhysicaleRevieweBVI
1996VIecVIΨaZddaWΨaZddd 3.3 2229

20 αtructureIandIenergeticsIofIgiantIfullerenesjIqnIorderWÅImolecularWdynamicsIstudyXIPhysicaleReviewe
BVI1996VIecVIbacbWbadZ 3.3 86

19 −uantumIphaseItransitionsIinvolvingIaIchangeIinIpolarizationXIPhysicaleRevieweBVI1996VIedVIaceaeWacebh 3.3 25

18 αpectralIpropertiesIofIlargeIfullerenesjIvromIclusterItoIcrystalXISolideStateeCommunicationsVI1995VI
ifVIhccWhch 1.6 56

17 ¯inearIscalingImethodIforIphononIcalculationsIfromIelectronicIstructureXIPhysicaleRevieweLettersVI
1995VIgeVIacbdWacbg 7.4 73

16 ¯inearIsystemWsizeIscalingImethodsIforIelectronicWstructureIcalculationsXIPhysicaleRevieweBVI1995VI
eaVIadefWadgf 3.3 231

Pablo Ordejon

12



15 MixedIqpproachItoIyncorporateIαelfWsonsistencyIyntoI×rderWÅI¯caoIMethodsXIMaterialseResearche
SocietyeSymposiaeProceedingsVI1995VIdZhVIhe 8

14 ×rderWÅItightWbindingImolecularIdynamicsIonIparallelIcomputersXIComputerePhysicseCommunications
VI1995VIhhVIagcWahe 4.2 25

13 ¯ocalizationIinItheIinteractingWrandomWdimerImodelXIPhysicaleRevieweBVI1994VIeZVIadfhbWadfhe 3.3 6

12 ymprovedInonorthogonalItightWbindingIxamiltonianIforImolecularWdynamicsIsimulationsIofIsiliconI
clustersXIPhysicaleRevieweBVI1994VIeZVIefdeWefeZ 3.3 69

11 ulectronicIstructureIofIamorphousIsemiconductingIalloysXITheePhilosophicaleMagazine:ePhysicseofe
CondensedeMattereBreStatisticaleMechanicsreElectronicreOpticaleandeMagneticePropertiesVI1994VIgZVIeceWedf 4

10 γnconstrainedIminimizationIapproachIforIelectronicIcomputationsIthatIscalesIlinearlyIwithIsystemI
sizeXIPhysicaleRevieweBVI1993VIdhVIadfdfWadfdi 3.3 325

9 ×pticalIabsorptionIinIplasmaWdepositedIsiliconIoxynitrideIfilmsXIAppliedePhysicseLettersVI1992VIfZVIaciiWadZa3.4 33

8 ynterpretationIofItheIxWrayIemissionIspectraIofIaWαi×xXISolideStateeCommunicationsVI1992VIhcVIageWagh 1.6 3

7
εibrationalIanalysisIforItheIallWtransIferroelectricIphaseIconformationIofIéIRεtvSIhomopolymerIandI
ofIéRεtvYβrvuSIcopolymerjIqIclusterWlatticeIcalculationXIJournaleofePolymereSciencereParteB:ePolymere
PhysicsVI1991VIbiVIhaaWhag

2.6

6 ¯ocalIapproachItoIcalculateItotalIenergiesIinIsemiconductorsIbeyondItheIxartreeWvockI
approximationXIPhysicaleRevieweBVI1991VIddVIabgidWabgii 3.3 6

5 ÅonparametrizedIcalculationIofItheIelectronicIandIvibrationalIstructureIofIamorphousIαi×xXI
PhysicaleRevieweBVI1991VIdcVIdeebWdeee 3.3 24

4 βheoreticalIstudyIofIaWαiÅxxyIalloysXIJournaleofeNonsCrystallineeSolidsVI1991VIacgWachVIhiaWhid 3.9 14

3 sorrelationIbetweenIelectronicIstructureIandIlocalIorderingIinIhydrogenatedIamorphousIsiliconXI
PhysicaleRevieweBVI1989VIdZVIabdafWabdbb 3.3 16

2 βheIsalculationIofIvreeWunergiesinIαemiconductorsjItefectsVIβransitionsandIéhaseItiagramsaaeWadZ 1

1 ManipulationIofIspinItransportIinIgrapheneYtransitionImetalIdichalcogenideIheterobilayersIuponI
twistingXIyDeMaterialsV 5.9 2

List of Publications

13


