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113 WhyHpreHPolarHôurfacesHofHZn HôtablenWHChemistrygofgMaterialsUH2017UHahUHdb[eVdba[ 9.6 94
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73 –agneticHpropertiesHofHueave–ob—jHanHexperimentalHandHcomputationalHstudyWHJournalgofgMaterialsg
ChemistryUH2012UHaaUH]de[e 5

72 PredictionHonHtheHexistenceHandHchemicalHstabilityHofHcuprousHfluorideWHChemicalgScienceUH2012UHbUHaded 9.4 21

71 VomHzonzeptHlokalerHtrgodizitˆ⁄tHhinHzuHerweitertenHPhasendiagrammenWHAngewandtegChemieUH2012
UH]acUHbg]cVbg]e 3.6 1
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69 pctivationHofHcarbonHdioxideHoverHzincHoxideHbyHlocalisedHelectronsWHChemPhysChemUH2012UH]bUHbcdbVe 3.2 25
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ReviewgBUH2011UHgbUH 3.3 21
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61  nHtheHproblemHofHclusterHstructureHdiversityHandHtheHvalueHofHdataHminingWHPhysicalgChemistryg
ChemicalgPhysicsUH2010UH]aUHgcbgVcd 3.6 25
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59  xygenHinterstitialHstructuresHinHcloseVpackedHmetalHoxidesWHChemicalgPhysicsgLettersUH2010UHchaUHccVcg 2.5 43

58
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MaterialsUH2009UHa]UHcheaVcheh 9.6 59
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52 ôtructureUHopticalHpropertiesHandHdefectsHinHnitrideHQxxxVVRHnanoscaleHcageHclustersWHPhysicalgChemistryg
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50 sefectHstructuresHinHtheHsilverHhalidesWHPhysicalgReviewgBUH2008UHffUH 3.3 12

49
 pticalHexcitationsHofHdefectsHinHrealisticHnanoscaleHsilicaHclustersiHcomparingHtheHperformanceHofH
densityHfunctionalHtheoryHusingHhybridHfunctionalsHwithHcorrelatedHwavefunctionHmethodsWHJournalg
ofgChemicalgPhysicsUH2008UH]ahUH[]cf[e

3.9 8

48 ZincHoxideiHpHcaseHstudyHinHcontemporaryHcomputationalHsolidHstateHchemistryWHJournalgofg
ComputationalgChemistryUH2008UHahUHaabcVch 3.5 95

47 ZincHoxideiHpHcaseHstudyHinHcontemporaryHcomputationalHsolidHstateHchemistryH2008UHahUHaabc 1

46 uormationHofHpctiveHôitesHinH₂ôV]HbyHwydrolysisHandHxnversionWHJournalgofgPhysicalgChemistrygCUH2007UH
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45 PointHdefectsHinHZn WHFaradaygDiscussionsUH2007UH]bcUHaefVgajHdiscussionHb]dVahUHc]dVh 3.6 136
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2006UH]]gUH]eebV]eeg 3.6 2
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41 tlectronicHstructureHandHmagneticHcouplingHinHueôb ciHpHsu₂HstudyHusingHhybridHfunctionalsHandH
vvpTUHmethodsWHPhysicalgReviewgBUH2006UHfbUH 3.3 37

40 pdsorptionHofHorganosilanesHatHaHZnVterminatedHZn HQ[[[]RHsurfaceiHmolecularHdynamicsHstudyWH
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PhysicsgCondensedgMatterUH2004UH]eUHôafg]Vôafhc 1.8 12

32 sefectHstructuresHinHsilverHchlorideWHJournalgofgPhysicsgCondensedgMatterUH2004UH]eUHôagafVôagbg 1.8 3
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comparingHtwoHmodelsHforHtheHmetalHoxideHsurfaceWHChemicalgPhysicsgLettersUH2004UHbhbUH][fV]]] 2.5 39

27 pctiveHsitesHforHheterogeneousHcatalysisHbyHfunctionalisationHofHinternalHandHexternalHsurfacesWH
CatalysisgTodayUH2004UHhbVhdUHdbdVdc[ 5.3 10

26 ₂heHinitialHstagesHofHaminosilanolHpolymerisationWHChemicalgCommunicationsUH2004UHa[V] 5.8 4

25 xdentificationHandHrharacterizationHofHpctiveHôitesHandH₂heirHratalyticHProcessesâ��theHruZZn H
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13 romputationalHxnvestigationHintoHtheH riginsHofHLewisHpcidityHinHZeolitesWHAdvancedgMaterialsUH2000UH
]aUH]g[]V]g[d 24 19

12 tlectronHspinHlocalisationHandHcorrelationHeffectsHforHpointHdefectsHinHsemiVionicHsolidsWH
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CondensedgMatterUH1997UHhUHbddhVbdfb 1.8 4
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