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k Paper IF Citations

110 yydrogenHactivationHonHrnataseHTiObkHvffectHofHsurfaceHterminationXHCatalysisnTodayVH2021VH 5.3 3

109 tontrolledHselectivityHforHethanolHsteamHreformingHreactionHoverHdopedHteObHsurfaceskHTheHroleHofH
galliumXHAppliednCatalysisnB:nEnvironmentalVH2020VHbggVHaaiaZc 21.8 10

108
vxistenceHandHPropertiesHofHzsolatedHtatalyticHSitesHonHtheHSurfaceHofH˛†WtristobaliteWSupportedVH
uopedHTungstenHOxideHtatalystsHRWOxY˛†WSiObVHNaWWOxY˛†WSiObVHMnWWOxY˛†WSiObSHforHOxidativeH
touplingHofHMethaneHROtMSkHrHtombinedHPeriodicHuwTHandHvxperimentalHStudyXHACSnCatalysisVH2020
VHaZVHdehZWdeib

13.1 22

107 tomputingHtheHwukuiHwunctionHinHSolidWStateHthemistrykHrpplicationHtoHrlkalineHvarthHOxidesHsulkH
andHSurfacesXHJournalnofnPhysicalnChemistrynAVH2020VHabdVHbhbfWbhcc 2.8 6

106 ModellingHrutileHTiObnanorodHgrowthHpreferenceskHrHdensityHfunctionalHtheoryHstudyXHCatalysisn
TodayVH2020VHcefVHdiWee 5.3 0

105 tharacterizationHofHamorphousHsilicaHbasedHcatalystsHusingHuwTHcomputationalHmethodsXHCatalysisn
TodayVH2020VHcedVHcWah 5.3 35

104 tanHtheHenvironmentalHTvMHconfirmHatomisticHmodelsHofHadsorbedHmoleculesHatHsurfacesHofHsolidspXH
MicroscopynandnMicroanalysisVH2019VHbeVHaddZWadda 0.5

103 UnderstandingHtheHRoleHofHRutileHTiOHSurfaceHOrientationHonHMolecularHyydrogenHrctivationXH
NanomaterialsVH2019VHiVH 5.4 12

102 ValenceWShellHvlectronWPairHRepulsionHTheoryHRevisitedkHrnHvxplanationHforHtoreHPolarizationXH
Chemistryn-nAnEuropeannJournalVH2019VHbeVHaZichWaZide 4.8 5

101 ybHuissociationHandHOxygenHVacancyHwormationHonHtebOcHSurfacesXHTopicsninnCatalysisVH2019VHfbVHiefWifg2.3 3

100 OxygenHVacanciesHinHOxideHNanoclusterskHWhenHSilicaHzsHMoreHReducibleHThanHTitaniaXHFrontiersninn
ChemistryVH2019VHgVHcg 5 0

99 OnHtheHreductiveHhydrogenationHprocessHofHgasWphaseHmetalHdioxideskHybHactivationHorHreductionHofH
theHmetalHcenterVHwhatHisHmoreHimportantpXHTheoreticalnChemistrynAccountsVH2019VHachVHa 1.9 1

98 XWRayHuiffractionHandHTheoreticalHtalculationWSupportedHwormationHofHPolymorphicHtocrystalsH
uiscoveredHThroughHThermalHMethodskHrHtaseHStudyXHJournalnofnPharmaceuticalnSciencesVH2019VHaZhVHccdZWccdg3.9 12

97 NanoparticleHrssemblingHthroughHtlickHthemistryHuirectedHbyHMixedHSrMsHforHMagneticH
rpplicationsXHACSnAppliednNanonMaterialsVH2019VHbVHeedWefe 5.6 2

96 TheoreticalHanalysisHofHtheHadsorptionHofHammoniaâ��boraneHandHtheirHdehydrogenationHproductsHonH
theHRZZaSHsurfaceHofHTitHandHZrtXHSurfacenScienceVH2019VHfhZVHieWaZf 1.8 5

95 tanHSupportedHReducedHVanadiumHOxidesHformHyHfromHtyOypHrHtomputationalHxasWPhaseH
MechanisticHStudyXHJournalnofnPhysicalnChemistrynAVH2018VHabbVHaaZdWaaac 2.8 5

94 StabilityHofHmixedWoxideHtitanosilicateskHdependencyHonHsizeHandHcompositionHfromHnanoclusterHtoH
bulkXHNanoscaleVH2018VHaZVHhcbWhdb 7.7 12
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93 PeriodicHdensityHfunctionalHtheoryHstudyHofHmaghemiteHRZZaSHsurfaceXHStructureHandHelectronicH
propertiesXHSurfacenScienceVH2018VHfggVHbciWbec 1.8 4

92 PropertiesHofHhydratedHTiOHandHSiOHnanoclusterskHdependenceHonHsizeVHtemperatureHandHwaterH
vapourHpressureXHNanoscaleVH2018VHaZVHbaeahWbaecb 7.7 5

91 sreakingHyHwithHteOkHvffectHofHSurfaceHTerminationXHACSnOmegaVH2018VHcVHafZfcWafZgc 3.9 28

90 xlobalHoptimisationHofHhydroxylatedHsilicaHclusterskHrHcascadeHMonteHtarloHsasinHyoppingHapproachXH
ComputationalnandnTheoreticalnChemistryVH2017VHaaZbVHchWdc 2 10

89 rpplicationHofHdualHdescriptorHtoHunderstandHtheHactivityHofHtHuYZHrHOHcatalystsHinHtheHwaterHgasHshiftH
reactionXHJournalnofnMolecularnModelingVH2017VHbcVHcd 2 6

88 PeriodicHuwTHStudyHofHRutileHzrObkHSurfaceHReactivityHandHtatecholHrdsorptionXHJournalnofnPhysicaln
ChemistrynCVH2017VHabaVHacaceWacadc 3.8 24

87 znsightsHonHhydrideHformationHoverHceriumWgalliumHmixedHoxideskHrHmechanisticHstudyHforHefficientH
ybHdissociationXHJournalnofnCatalysisVH2017VHcdeVHbehWbfi 7.3 23

86 UnderstandingHiridiumHoxideHnanoparticleHsurfaceHsitesHbyHtheirHinteractionHwithHcatecholXHPhysicaln
ChemistrynChemicalnPhysicsVH2017VHaiVHafaeaWafaeh 3.6 6

85 ScalingHreducibilityHofHmetalHoxidesXHTheoreticalnChemistrynAccountsVH2017VHacfVHa 1.9 45

84 PredictingHsizeWdependentHemergenceHofHcrystallinityHinHnanomaterialskHtitaniaHnanoclustersHversusH
nanocrystalsXHNanoscaleVH2017VHiVHaZdiWaZeh 7.7 59

83 sutanethiolHadsorptionHandHdissociationHonHrgHRaaaSkHrHperiodicHuwTHstudyXHSurfacenScienceVH2016VH
fdfVHbdgWbeb 1.8 4

82 NonlinearHwanoHinterferencesHinHopenHquantumHsystemskHrnHexactlyHsolvableHmodelXHPhysicalnReviewn
AVH2016VHicVH 2.6 7

81 rlkaliHzonHzncorporationHintoHVbOekHaHNoncovalentHznteractionsHrnalysisXHJournalnofnPhysicaln
ChemistrynCVH2016VHabZVHdbeiWdbfe 3.8 15

80 PhotoactivityHofHMoleculeWTiObHtlustersHwithHTimeWuependentHuensityWwunctionalHTheoryXHJournaln
ofnPhysicalnChemistrynAVH2016VHabZVHeaaeWbd 2.8 22

79 uirectHvvidenceHofHthelatedHxeometryHofHtatecholHonHTiObHbyHaHtombinedHSolidWStateHNMRHandH
uwTHStudyXHJournalnofnPhysicalnChemistrynCVH2016VHabZVHbcfbeWbcfcZ 3.8 41

78 wanoWβiouvilleHspectralHsignaturesHinHopenHquantumHsystemsXHPhysicalnReviewnLettersVH2015VHaaeVHaacZZf 7.4 12

77 MethanolHOxidationHtoHwormaldehydeHonHVSisvrHZeolitekHrHtombinedHuwTYvdWYTransitionHPathH
SamplingHandHvxperimentalHStudyXHJournalnofnPhysicalnChemistrynCVH2015VHaaiVHacfaiWacfca 3.8 9

76 PlatinumHandHplatinumHbasedHnanoalloysHsynthesizedHbyHwetHchemistryXHFaradaynDiscussionsVH2015VH
ahaVHaiWcf 3.6 8
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75 PromotedHceriaHcatalystsHforHalkyneHsemiWhydrogenationXHJournalnofnCatalysisVH2015VHcbdVHfiWgh 7.3 55

74 vlectronHβocalizationHwunctionHandHMaximumHProbabilityHuomainsHanalysisHofHsemiWionicHoxidesH
crystalsVHsurfacesHandHsurfaceHdefectsXHComputationalnandnTheoreticalnChemistryVH2015VHaZecVHcaeWcba 2 19

73 TheHroleHofHdispersionHforcesHinHmetalWsupportedHselfWassembledHmonolayersXHComputationalnandn
TheoreticalnChemistryVH2015VHaZecVHcbbWcbg 2 9

72 UnderstandingHtheHRoleHofHOxygenHVacanciesHinHtheHWaterHxasHShiftHReactionHonHteriaWSupportedH
PlatinumHtatalystsXHACSnCatalysisVH2014VHdVHbZhhWbZif 13.1 130

71 NovelHueltaWTabOeHStructureHObtainedHfromHuwTHtalculationsXHJournalnofnPhysicalnChemistrynCVH2014
VHaahVHacfebWacfeh 3.8 9

70 SvRSHasHaHProbeHofHthargeWTransferHPathwaysHinHyybridHuyeYMoleculeâ��MetalHOxideHtomplexesXH
JournalnofnPhysicalnChemistrynCVH2014VHaahVHcggdWcghb 3.8 24

69 uopamineHrdsorptionHonHTiObHrnataseHSurfacesXHJournalnofnPhysicalnChemistrynCVH2014VHaahVHbZfhhWbZfic3.8 33

68 ProbingHRamanHenhancementHinHaHdopamineWTibOdHhybridHusingHstretchedHmolecularHgeometriesXH
JournalnofnPhysicalnChemistrynAVH2014VHaahVHaaifWbZb 2.8 8

67 UnderstandingHyowHinHSituHxeneratedHyydrogenHtontrolsHtheHMorphologyHofHPlatinumH
NanoparticlesXHJournalnofnPhysicalnChemistrynCVH2014VHaahVHibiZWibih 3.8 10

66 SurfaceHReductionHMechanismHofHteriumâ��xalliumHMixedHOxidesHwithHvnhancedHRedoxHPropertiesXH
JournalnofnPhysicalnChemistrynCVH2013VHaagVHhhbbWhhca 3.8 24

65 TowardHanHunderstandingHofHtheHhydrogenationHreactionHofHMObHgasWphaseHclustersHRMHnHTiVHZrVHandH
yfSXHJournalnofnPhysicalnChemistrynAVH2013VHaagVHecedWfd 2.8 10

64 yydrationHuynamicsHforHVanadiaYTitaniaHtatalystsHatHyighHβoadingkHrHtombinedHTheoreticalHandH
vxperimentalHStudyXHJournalnofnPhysicalnChemistrynCVH2013VHaagVHbeeceWbeedd 3.8 15

63 UnravellingHtheHenhancedHreactivityHofHbulkHteObHdopedHwithHgalliumkHrHperiodicHuwTHstudyXH
ChemicalnPhysicsnLettersVH2012VHeaiWebZVHfiWgb 2.5 12

62 zonicHinteractionskHtomparativeHtopologicalHapproachXHComputationalnandnTheoreticalnChemistryVH
2012VHiihVHaicWbZa 2 31

61 TheoreticalHandHvxperimentalHStudyHofHβightHyydrocarbonHrmmoxidationHandHOxidativeH
uehydrogenationHonHRaaZSWVSbOdHSurfacesXHJournalnofnPhysicalnChemistrynCVH2012VHaafVHiacbWiada 3.8 20

60 RevealingHtheHSurfaceHReactivityHofHZirconiaHbyHPeriodicHuwTHtalculationsXHJournalnofnPhysicaln
ChemistrynCVH2012VHaafVHffcfWffdd 3.8 50

59 vxploringHMetalHOxideskHrHTheoreticalHrpproachH2011VHcgeWdbf

58 TheoreticalHznvestigationHofHtheHyydrogenationHofHRTiObSNHtlustersHRNHnHaâ��aZSXHJournalnofnPhysicaln
ChemistrynCVH2011VHaaeVHaehiZWaehii 3.8 60
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57 yydrogenHrdsorptionHandHuiffusionHonHtheHrnataseHTiObRaZaSHSurfacekHrHwirstWPrinciplesH
znvestigationXHJournalnofnPhysicalnChemistrynCVH2011VHaaeVHfhZiWfhad 3.8 118

56 tombinedHrTRWwTzRHandHuwTHStudyHofHtyclohexanoneHrdsorptionHonHyydratedHTiObHrnataseH
SurfacesXHJournalnofnPhysicalnChemistrynCVH2011VHaaeVHadafdWadagb 3.8 20

55 uynamicsHofHyydrationHinHVanadiaâ��TitaniaHtatalystsHatHβowHβoadingkHrHTheoreticalHandH
vxperimentalHStudyXHJournalnofnPhysicalnChemistrynCVH2011VHaaeVHbdaccWbdadb 3.8 24

54 TheoreticalHstudyHofHybHdissociationHonHaHZrObHclusterXHChemicalnPhysicsnLettersVH2011VHeZcVHabWag 2.5 8

53 tommentHonHLzmagingHofHtheHhydrogenHsubsurfaceHsiteHinHrutileHTiObLXHPhysicalnReviewnLettersVH2010
VHaZdVHaaifZclHauthorHreplyHaaifZd 7.4 17

52 UnravelingHtheHMechanismsHofHtheHSelectiveHOxidationHofHMethanolHtoHwormaldehydeHinHVanadiaH
SupportedHonHTitaniaHtatalystXHJournalnofnPhysicalnChemistrynCVH2010VHaadVHfZciWfZdf 3.8 19

51 yydrogenHrdsorptionHonHMonoclinicHRaHaaSHandHRaHZaSHZrObHSurfaceskHrHPeriodicHabHznitioHStudyXH
JournalnofnPhysicalnChemistrynCVH2010VHaadVHaaiahWaaibc 3.8 25

50 uensityHfunctionalHtheoryHstudyHofHtheHoxidationHofHmethanolHtoHformaldehydeHonHaHhydratedH
vanadiaHclusterXHJournalnofnComputationalnChemistryVH2010VHcaVHbdicWeZa 3.5 11

49 vthyleneHglycolHinteractionHonHalkalineHearthHoxideskHrHperiodicHuwTHstudyXHCatalysisnTodayVH2010VH
aebVHhhWib 5.3 12

48 torrelationHbetweenHtheoreticalHandHexperimentalHinvestigationsHofHtheHammoniaHadsorptionH
processHonHtheHRaHaHZSWVSbOdHsurfaceXHCatalysisnTodayVH2010VHaehVHaghWahe 5.3 20

47 TheoreticalHstudyHonHtheHroleHofHsurfaceHbasicityHandHlewisHacidityHonHtheHetherificationHofHglycerolH
overHalkalineHearthHmetalHoxidesXHChemistryn-nAnEuropeannJournalVH2009VHaeVHaZhfdWgZ 4.8 53

46 TheoreticalHinvestigationHofHtheHinversionHparameterHinHtocâ��srlsOdHRsnZâ��cSHspinelHstructuresXHSolidn
StatenIonicsVH2009VHahZVHaZaaWaZaf 3.3 17

45 WhatHdoHvanadiumHframeworkHsitesHlookHlikeHinHredoxHmodelHsilicateHzeolitespXHMicroporousnandn
MesoporousnMaterialsVH2009VHaaiVHacgWadc 5.3 41

44 zsHThereHaHNanosizeHforHtheHrctivityHofHTiObHtompoundspXHJournalnofnPhysicalnChemistrynCVH2009VHaacVHabahfWabaid3.8 35

43 tharacterizationHofHSupportedHVanadiumHOxideHSpeciesHonHSilicakHrHPeriodicHuwTHznvestigationXH
JournalnofnPhysicalnChemistrynCVH2009VHaacVHaZgdZWaZgdf 3.8 69

42 StabilityHofHbinaryHSrMsHformedHbyHomegaWacidHandHalcoholHfunctionalizedHthiolHmixturesXHLangmuirVH
2009VHbeVHiihZWe 4 30

41 StabilityHofHformateHspeciesHonHbetaWxabOcXHPhysicalnChemistrynChemicalnPhysicsVH2009VHaaVHacigWdZe 3.6 51

40 tationHdistributionsHonHtorlbOdHandHtobrlOdHspinelskHpressureHandHtemperatureHeffectsXHHighn
PressurenResearchVH2008VHbhVHebaWebd 1.6 11

(2008-2011)
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39 StabilityHofHyydroxylatedHRaHaaSHandHRaHZaSHSurfacesHofHMonoclinicHZirconiakHHrHtombinedHStudyHbyH
uwTHandHznfraredHSpectroscopyXHJournalnofnPhysicalnChemistrynCVH2008VHaabVHfdfiWfdgf 3.8 56

38 ReactivityHofHRTiObSNHtlustersHRNHnHaâ��aZSkHProbingHxasWPhaseHrcidityHandHsasicityHPropertiesXH
JournalnofnPhysicalnChemistrynCVH2008VHaabVHafZhgWafZie 3.8 60

37 StructureHandHStabilityHofHwormatesHandHtarbonatesHonHMonoclinicHZirconiakHrHtombinedHStudyHbyH
uensityHwunctionalHTheoryHandHznfraredHSpectroscopyXHJournalnofnPhysicalnChemistrynCVH2008VHaabVHafZifWafaZb3.8 44

36 uiffusionHversusHdesorptionkHcomplexHbehaviorHofHyHatomsHonHanHoxideHsurfaceXHChemPhysChemVH
2008VHiVHbecWf 3.2 118

35 ReactivityHofHgasWphaseVHcrystalHandHsupportedHVbOeHsystemsHstudiedHusingHdensityHfunctionalH
theoryHbasedHreactivityHindicesXHChemicalnPhysicsnLettersVH2008VHdefVHeiWfc 2.5 44

34 tombiningHtheoreticalHdescriptionHwithHexperimentalHinHsituHstudiesHonHtheHeffectHofHalkaliHadditivesH
onHtheHstructureHandHreactivityHofHvanadiumHoxideHsupportedHcatalystsXHCatalysisnTodayVH2008VHaciVHbZiWbac5.3 35

33 rHuwTHstudyHofHmethanolHdissociationHonHisolatedHvanadateHgroupsXHCatalysisnTodayVH2008VHaciVHbadWbbZ 5.3 16

32 vffectHofHrlkaliHuopingHonHaHVbOeYTiObHtatalystHfromHPeriodicHuwTHtalculationsXHJournalnofnPhysicaln
ChemistrynCVH2007VHaaaVHfdaaWfdag 3.8 46

31
tombiningHtheoreticalHdescriptionHwithHexperimentalHinHsituHstudiesHonHtheHeffectHofHpotassiumHonH
theHstructureHandHreactivityHofHtitaniaWsupportedHvanadiumHoxideHcatalystXHCatalysisnTodayVH2007VH
abfVHifWaZb

5.3 28

30 PeriodicHuwTHstudyHofHtheHstructuralHandHelectronicHpropertiesHofHbulkHtorlbOdHspinelXHJournalnofn
PhysicalnChemistrynBVH2006VHaaZVHihhWie 3.4 60

29 SpinHlocalizationHforHNOHadsorptionHonHsurfaceHOHatomsHofHmetalHoxidesXHCatalysisnTodayVH2006VHaacVHbZaWbZg5.3 13

28 ReactivityHofHtheHVbOeâ��TiObWanataseHcatalystkHroleHofHtheHoxygenHsitesXHTopicsninnCatalysisVH2006VHdaVHagWbf2.3 31

27 MigrationHofHtheHsubsurfaceHtHimpurityHinHPdRaaaSXHPhysicalnReviewnBVH2005VHgaVH 3.3 38

26 βithiumHinsertionHandHmobilityHinHtheHTiObWanataseYtitanateHstructurekHrHperiodicHuwTHstudyXHJournaln
ofnElectroanalyticalnChemistryVH2005VHehaVHbafWbbc 4.1 47

25 tomparisonHofHtheHreductionHofHmetalHoxideHsurfaceskHTiObWanataseVHTiObWrutileHandHSnObWrutileXH
SurfacenScienceVH2005VHehcVHaZgWaag 1.8 91

24 ProtonHorderedHcubicHandHhexagonalHperiodicHmodelsHofHordinaryHiceXHChemicalnPhysicsnLettersVH2005VH
dZiVHaaZWaag 2.5 49

23 rHuwTHstudyHonHtheHhydratedHVbOeWTiObWanataseHcatalystkHstabilityHofHmonomericHspeciesXH
TheoreticalnChemistrynAccountsVH2005VHaadVHbiWcg 1.9 24

22 RestoringHtheHbandHgapHofHmetalHoxideHsurfacesHbyHredoxHadsorptionXHComputationalnandnTheoreticaln
ChemistryVH2004VHgZiVHhgWif 4
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21 tOHoxidationHoverHanataseHTiObWRZZaSXHComputationalnandnTheoreticalnChemistryVH2004VHgZiVHgcWgh 47

20 ModelingHcatalyticHreductionHofHNOHbyHammoniaHoverHVbOeXHSurfacenSciencenReportsVH2004VHeeVHafiWbcf 12.9 71

19 vffectHofHrelaxationHonHstructureHandHreactivityHofHanataseHRaHZHZSHandHRZHZHaSHsurfacesXHSurfacen
ScienceVH2004VHeebVHafiWagi 1.8 69

18 vlectronWcountHcontrolHonHadsorptionHuponHreducibleHandHirreducibleHcleanHmetalWoxideHsurfacesXH
CatalysisnTodayVH2004VHhiVHbfiWbgh 5.3 49

17 ReactivityHofHtheHOxygenHSitesHinHtheHVbOeYTiObrnataseHtatalystXHJournalnofnPhysicalnChemistrynBVH
2004VHaZhVHaefgiWaefhe 3.4 37

16 TheoreticalHznvestigationHofHNOHOxidationHoverHTiObWrnataseXHSurfacenReviewnandnLettersVH2003VHaZVHageWahb1.1 22

15 TheoreticalHStudyHonHtheHMolecularHMechanismHforHtheHReactionHofHVObUHwithHtbydXHJournalnofn
PhysicalnChemistrynAVH2003VHaZgVHcaZgWcabZ 2.8 68

14 zonizationHofHytlHandHywHinHicekHaHperiodicHuwTHstudyXHChemicalnPhysicsnLettersVH2003VHcfiVHbhgWbib 2.5 31

13 rHperiodicHmodelHforHtheHVbOeâ��TiObHRanataseSHcatalystXHStabilityHofHdimericHspeciesXHSurfacenScienceVH
2003VHebfVHbigWcZh 1.8 50

12 rdsorptionHonHperfectHandHreducedHsurfacesHofHmetalHoxidesXHCatalysisnTodayVH2003VHheVHabeWadc 5.3 127

11 rnHatomWinWmoleculesHandHelectronWlocalizationWfunctionHstudyHofHtheHinteractionHbetweenHObHandH
VxOyUYVxOyHRxHnHaVHbVHyHnHaâ��eSHclustersXHTheoreticalnChemistrynAccountsVH2002VHaZhVHabWbZ 1.9 19

10 PeriodicHstudyHonHtheHstructuralHandHelectronicHpropertiesHofHbulkVHoxidizedHandHreducedHSnOHbHRaHaH
ZSHsurfacesHandHtheHinteractionHwithHOHbXHSurfacenScienceVH2002VHeaaVHdZhWdbZ 1.8 92

9 TheHhierarchyHofHlocalizationHbasinskHaHtoolHforHtheHunderstandingHofHchemicalHbondingHexemplifiedH
byHtheHanalysisHofHtheHVOxHandHVOxUHRxnaâ��dSHsystemsXHTheoreticalnChemistrynAccountsVH2001VHaZeVHbiiWcZh1.9 63

8 rHtheoreticalHstudyHonHtheHstructureVHenergeticsHandHbondingHofHVOxUHandHVOxHRxnaâ��dSHsystemsXH
ChemicalnPhysicsnLettersVH2001VHcccVHdicWeZc 2.5 66

7 TheoreticalHstudyHofHZnOHRaZaZSHandHtuYZnOHRaZaZSHsurfacesXHChemicalnPhysicsnLettersVH2001VHcchVHbbdWbcZ2.5 34

6 QuantumWmechanicalHanalysisHofHtheHequationHofHstateHofHanataseHTiObXHPhysicalnReviewnBVH2001VHfdVH 3.3 63

5 StaticHsimulationHofHbulkHandHselectedHsurfacesHofHanataseHTiObXHSurfacenScienceVH2001VHdiZVHaafWabd 1.8 106

4 rHSystematicHuensityHwunctionalHTheoryHStudyHofHVxOyUHandHVxOYHRXHnHbâ��dVHYHnHbâ��aZSHSystemsXH
JournalnofnPhysicalnChemistrynAVH2001VHaZeVHigfZWigge 2.8 102
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3 rHtheoreticalHanalysisHofHadsorptionHandHdissociationHofHtycOyHonHtheHstoichiometricHSnObRaaZSH
surfaceXHSurfacenScienceVH1999VHdcZVHbacWbbb 1.8 65

2 TheHSubsurfaceHuiffusionHofHyydrogenHonHRutileHTiObHSurfaceskHrHPeriodicHuwTHStudyXHTopicsninn
CatalysisVa 2.3 1

1 vlucidationHofHtheHzRHofHtuHandHMnHsubstitutedHintraframeworkHSisvrHzeolitesXHTopicsninnCatalysisVa 2.3
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