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j Paper IF Citations

154 ZeoliteL–haseLøelectivityLUsingLtheLøameL”rganicLøtructureYtirectingLqgentLinLvluorideLandL
xydroxideLMediaZLJournalfoffPhysicalfChemistryfCXL2022XLabfXLb]ghYb]hg 3.8 1

153 øtereoselectiveXL utheniumY–hotocatalyzedLøynthesisLofLaXbYtiaminotruxinicLrisYaminoLqcidsLfromL
dYqrylideneYeTdUYoxazolonesZZLJournalfoffOrganicfChemistryXL2022XL 4.2 3

152 øynergisticallyLenhanceLconfinedLdiffusionLbyLcontinuumLintersectingLchannelsLinLzeolitesZLSciencef
AdvancesXL2021XLgXL 14.3 11

151 sonnectingLtheoryLandLsimulationLwithLexperimentLforLtheLstudyLofLdiffusionLinLnanoporousLsolidsZL
AdsorptionXL2021XLbgXLfhcYgf] 2.6 25

150 øeparationLofLanLaqueousLmixtureLofLfYkestose[sucroseLwithLzeolitesjLqLmolecularLdynamicsL
simulationZLMicroporousfandfMesoporousfMaterialsXL2021XLcaiXLaaa]ca 5.3 2

149 −hermalLresistanceLeffectLonLanomalousLdiffusionLofLmoleculesLunderLconfinementZLProceedingsfoff
thefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaXL2021XLaahXL 11.5 4

148 øurfaceLbarriersLandLsymmetryLofLadsorptionLandLdesorptionLprocessesZLAdsorptionXL2021XLbgXLgggYghe 2.6 9

147 somputationalLelucidationLofLtheLagingLtimeLeffectLonLzeoliteLsynthesisLselectivityLinLtheLpresenceL
ofLwaterLandLdiquaternaryLammoniumLiodideZLPhysicalfChemistryfChemicalfPhysicsXL2021XLbcXLbabd]Ybabdh3.6

146 sontrolLofLzeoliteLmicroenvironmentLforLpropeneLsynthesisLfromLmethanolZLNaturefCommunications
XL2021XLabXLhbb 17.4 5

145 tiffusivityLofL–ropyleneLinL”neYtimensionalLMediumY–oreLZeolitesZLJournalfoffPhysicalfChemistryfCXL
2021XLabeXLaib]]Yaib]h 3.8 0

144 ydentificationLofL“ewL−emplatesLforLtheLøynthesisLofLruqXLrusXLandLyøβLZeolitesLUsingLMolecularL
−opologyLandLMonteLsarloL−echniquesZLJournalfoffChemicalfInformationfandfModelingXL2020XLf]XLbhaiYbhbi6.1 2

143 LightL”lefinLtiffusionLduringLtheLM−”L–rocessLonLxYøq–”YcdjLqLsomplexLynterplayLofLMolecularL
vactorsZLJournalfoffthefAmericanfChemicalfSocietyXL2020XLadbXLf]]gYf]ag 16.4 48

142
uvidenceLofLxydroniumLvormationLinLπaterâ��shabaziteLZeoliteLUsingLynelasticL“eutronLøcatteringL
uxperimentsLandLabLynitioLMolecularLtynamicsLøimulationsZLJournalfoffPhysicalfChemistryfCXL2020XL
abdXLedcfYeddc

3.8 5

141 øequentialLporeLwallLfunctionalizationLinLcovalentLorganicLframeworksLandLapplicationLtoLstableL
camptothecinLdeliveryLsystemsZLMaterialsfSciencefandfEngineeringfCXL2020XLaagXLaaabfc 8.3 4

140 somputationalLøcreeningLofLøtructureYtirectingLqgentsLforLtheLøynthesisLofL–ureLøilicaLy−uLZeoliteZL
JournalfoffPhysicalfChemistryfLettersXL2020XLaaXLfafdYfafg 6.4 1

139 ynsightsLintoLqdsorptionLofLLinearXLMonobranchedXLandLtibranchedLqlkanesLonL–ureLøilicaLø−πL
ZeoliteLasLaL–romisingLMaterialLforL−heirLøeparationZLJournalfoffPhysicalfChemistryfCXL2020XLabdXLbfhbaYbfhbi3.8 5

138 LookLbeneathLtheLsurfaceZLNaturefMaterialsXL2020XLaiXLa]d]Ya]da 27 3
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137 ynelasticL“eutronLøcatteringLøtudyLofLrrˆ‚nstedLqcidityLandLπaterLsonfinementLinLZeolitesZL
ProceedingsfpmdpirXL2019XLbfXLdg 0.3

136 tynamicLøtudiesLonL†ineticLxL[tL—uantumLøievingLinLaL“arrowL–oreLMetalY”rganicLvrameworkL
wrownLonLaLøensorLshipZLChemistryfvfAfEuropeanfJournalXL2019XLbeXLa]h]cYa]h]g 4.8 6

135 wenerationLofLtheL−hymineL−ripletLøtateLbyL−hroughYrondLunergyL−ransferZLChemistryfvfAfEuropeanf
JournalXL2019XLbeXLg]]dYg]aa 4.8 3

134 tiffusionL–athL eversibilityLsonfirmsLøymmetryLofLøurfaceLrarriersZLJournalfoffPhysicalfChemistryfCXL
2019XLabcXLaieifYaif]a 3.8 8

133 øynthesisLofLxighYøilicaLurioniteLtrivenLbyLsomputationalLøcreeningLofLxypotheticalLZeolitesZL
ChemistryfoffMaterialsXL2019XLcaXLibfhYibgf 9.6 6

132 somputationalLscreeningLofLstructureLdirectingLagentsLforLtheLsynthesisLofLzeolitesZLqLsimplifiedL
modelZLZeitschriftfFurfKristallographiefvfCrystallinefMaterialsXL2019XLbcdXLdeaYdf] 1 9

131 ungineeredLcontrastLagentsLinLaLsingleLstructureLforL−Y−LdualLmagneticLresonanceLimagingZL
NanoscaleXL2018XLa]XLfcdiYfcf] 7.7 9

130 MolecularLtynamicsLøtudyLofLtiffusionLandLøurfaceL–ermeationLofLrenzeneLinLøilicaliteZLJournalfoff
PhysicalfChemistryfCXL2018XLabbXLgbagYgbbe 3.8 23

129 MolecularLtynamicsLofLxydrocarbonsLinLZeolitesjLxistoricalL–erspectiveLandLsurrentLtevelopmentsL
2018XLbgYfb 3

128 ZeoliteLstructureLdeterminationLusingLgeneticLalgorithmsLandLgeometryLoptimisationZLFaradayf
DiscussionsXL2018XLbaaXLa]cYaae 3.6 4

127 ynelasticL“eutronLøcatteringLøtudyLofLtheLqluminumLandLrrˆ‚nstedLøiteLLocationLinLqluminosilicateL
L−qLZeolitesZLJournalfoffPhysicalfChemistryfCXL2018XLabbXLaade]Yaaded 3.8 7

126 tiffusionLofL−rimethylbenzenesXL−olueneXLandLσylenesLinLUπYLZeoliteLasLaLsatalystLforL
−ransalkylationLofL−rimethylbenzenesLwithL−olueneZLJournalfoffPhysicalfChemistryfCXL2018XLabbXLghheYghig3.8 8

125
qchievingLLargeLβolumetricLwasLøtorageLsapacityLinLMetalY”rganicLvrameworksLbyL†ineticL
−rappingjLqLsaseLøtudyLofLσenonLLoadingLinLMvUYdZLJournalfoffthefAmericanfChemicalfSocietyXL2018XL
ad]XLa]aiaYa]aig

16.4 35

124 qpplyingLweneticLqlgorithmsLinLshemicalLungineeringLforLteterminingLZeoliteLøtructuresZLAdvancesf
infIntelligentfSystemsfandfComputingXL2018XLcdYdc 0.4 1

123 qpplicationsLofLcrystalLstructureLpredictionLYLinorganicLandLnetworkLstructuresjLgeneralLdiscussionZL
FaradayfDiscussionsXL2018XLbaaXLfacYfdb 3.6 4

122 øtructureLsearchingLmethodsjLgeneralLdiscussionZLFaradayfDiscussionsXL2018XLbaaXLaccYah] 3.6 3

121 srystalLstructureLevaluationjLcalculatingLrelativeLstabilitiesLandLotherLcriteriajLgeneralLdiscussionZL
FaradayfDiscussionsXL2018XLbaaXLcbeYcha 3.6 6

120 wasLconfinementLinLcompartmentalizedLcoordinationLpolymersLforLhighlyLselectiveLsorptionZL
ChemicalfScienceXL2017XLhXLca]iYcab] 9.4 11

(2017-2019)
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119 øelectingLstrongLrrˆ‚nstedLacidLzeolitesLthroughLscreeningLfromLaLdatabaseLofLhypotheticalL
frameworksZLPhysicalfChemistryfChemicalfPhysicsXL2017XLaiXLadg]bYadg]g 3.6 6

118 ysotopicLx[tLexchangeLonLgraphenesZLqLcombinedLexperimentalLandLtheoreticalLstudyZLAppliedf
CatalysisfA:fGeneralXL2017XLedgXLebYei 5.1 9

117 teterminingLzeoliteLstructuresLwithLaLdomainYdependentLgeneticLalgorithmL2017XL 1

116 salculationLofLporeLdiametersLinLzeolitesZLTheoreticalfChemistryfAccountsXL2017XLacfXLa 1.9 15

115 qnLy“øLstudyLofLentrappedLorganicLcationsLwithinLtheLmicroporesLofLzeoliteL −xZLPhysicalfChemistryf
ChemicalfPhysicsXL2016XLahXLagbddYeb 3.6 4

114 tiffusionLofL−rimethylbenzenesLandLσylenesLinLZeolitesLwithLabYLandLa]Y ingLshannelsLasLsatalystL
forL−olueneY−rimethylbenzeneL−ransalkylationZLJournalfoffPhysicalfChemistryfCXL2016XLab]XLafffhYaffh] 3.8 17

113 ynelasticL“eutronLøcatteringLøtudyLonLtheLLocationLofLrrˆ‚nstedLqcidLøitesLinLxighLøilicaLL−qLZeoliteZL
JournalfoffPhysicalfChemistryfCXL2016XLab]XLbdi]dYbdi]i 3.8 16

112 −ripletLenergyLmanagementLbetweenLtwoLsignalingLunitsLthroughLcooperativeLrigidLscaffoldsZL
ChemicalfCommunicationsXL2016XLebXLgacYf 5.8 2

111 y−—YciLzeoliteXLanLefficientLcatalystLforLtheLconversionLofLlowLvalueLnaphthaLfractionsLintoLdieselL
fueljL−heLroleLofLporeLsizeLonLmolecularLdiffusionLandLreactivityZLJournalfoffCatalysisXL2016XLcccXLabgYach 7.3 7

110 sonfinementLeffectsLinLmethanolLtoLolefinsLcatalysedLbyLzeolitesjLqLcomputationalLreviewZLFrontiersf
offChemicalfSciencefandfEngineeringXL2016XLa]XLgfYhi 4.5 17

109 βibrationalLfingerprintLofLtheLabsorptionLpropertiesLofLUi”YtypeLM”vLmaterialsZLTheoreticalf
ChemistryfAccountsXL2016XLaceXLa 1.9 7

108 ynfluenceLofLforceLfieldsLonLtheLselectiveLdiffusionLofLparaYxyleneLoverLorthoYxyleneLinLa]YringL
zeolitesZLMolecularfSimulationXL2015XLdaXLadchYaddh 2 13

107 øhapeYøelectiveLtiffusionLofL”lefinsLinLhY ingLøolidLqcidLMicroporousLZeolitesZLJournalfoffPhysicalf
ChemistryfCXL2015XLaaiXLbcgbaYbcgcd 3.8 54

106 sonfigurationYtependentL–hotoinducedLulectronL−ransferLinLtiastereomericL
“aphthaleneYqminoY“aphthaleneL−riadsZLChemistryfvfAfEuropeanfJournalXL2015XLbaXLabid]Yf 4.8 2

105 −heLimportanceLofL−o−o−LanglesLinLtheLfeasibilityLofLzeolitesZLZeitschriftfFurfKristallographiefvf
CrystallinefMaterialsXL2015XLbc]XLbiaYbii 1 21

104 trugâ��tubulinLinteractionsLinterrogatedLbyLtransientLabsorptionLspectroscopyZLRSCfAdvancesXL2015XL
eXLdideaYdideh 3.7 2

103 øtericLshieldingLˇ�Yˇ�LorbitalLinteractionsLinLtripletYtripletLenergyLtransferZLChemicalfScienceXL2015XLfXLd]ceYd]da9.4 6

102 somputationalLstudyLofLdiffusionLofLpropaneLinLsmallLporeLacidicLzeotypesLqvσLandLquyZLCatalysisf
TodayXL2014XLbbfXLbeYcf 5.3 16
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101
tielectricL elaxationL–rocessesXLulectronicLøtructureXLandLrandLwapLungineeringLofLMvUYdYtypeL
MetalY”rganicLvrameworksjL−owardsLaL ationalLtesignLofLøemiconductingLMicroporousLMaterialsZL
AdvancedfFunctionalfMaterialsXL2014XLbdXLchheYchif

15.6 86

100 øcreeningLofLhypotheticalLmetalYorganicLframeworksLforLxbLstorageZLPhysicalfChemistryfChemicalf
PhysicsXL2014XLafXLai]]aYa] 3.6 27

99
øupraYmolecularLassemblyLofLaromaticLprotonLspongesLtoLdirectLtheLcrystallizationLofL
extraYlargeYporeLzeotypesZLProceedingsfoffthefRoyalfSocietyfA:fMathematicalufPhysicalfandf
EngineeringfSciencesXL2014XLdg]XLb]ad]a]g

2.4 5

98 UnveilingLtheLmechanismLofLselectiveLgateYdrivenLdiffusionLofLs”bLoverL“bLinLMvUYdLmetalYorganicL
frameworkZLDaltonfTransactionsXL2014XLdcXLifabYi 4.3 19

97 svqYajLtheLfirstLchiralLmetalYorganicLframeworkLcontainingL†uratowskiYtypeLsecondaryLbuildingL
unitsZLDaltonfTransactionsXL2013XLdbXLa]ghfYig 4.3 41

96 øimulatingLtheLpropertiesLofLsmallLporeLsilicaLzeolitesLusingLinteratomicLpotentialsZLChemicalfSocietyf
ReviewsXL2013XLdbXLaadYbg 58.5 44

95 trugYtrugLynteractionsLwithinL–roteinLsavitiesL–robedLbyL−ripletY−ripletLunergyL−ransferZLJournalfoff
PhysicalfChemistryfLettersXL2013XLdXLaf]cYg 6.4 6

94 tependenceLofLcrackingLactivityLonLtheLrrˆ‚nstedLacidityLofLYLzeolitejLtv−LstudyLandLexperimentalL
confirmationZLCatalysisfSciencefandfTechnologyXL2013XLcXLaiai 5.5 29

93 øynthesisLofLaLnovelLzeoliteLthroughLaLpressureYinducedLreconstructiveLphaseLtransitionLprocessZL
AngewandtefChemiefvfInternationalfEditionXL2013XLebXLa]dehYfb 16.4 36

92 πaterâ��xydrophobicLZeoliteLøystemsZLJournalfoffPhysicalfChemistryfCXL2012XLaafXLbdiafYbdibi 3.8 24

91 sonfinementLeffectsLinLtheLhydrogenLadsorptionLonLpaddleLwheelLcontainingLmetalYorganicL
frameworksZLPhysicalfChemistryfChemicalfPhysicsXL2012XLadXLbe]hYag 3.6 23

90 –hotophysicalLpropertiesLofL†uratowskiYtypeLcoordinationLcompoundsL[MTyyUZndsldTMebbtaUf]L
TMTyyULmLZnLorL uULfeaturingLlongYlivedLexcitedLelectronicLstatesZLDaltonfTransactionsXL2011XLd]XLeibfYch 4.3 24

89 MolecularLtynamicsLøimulationsLofLtheLtiffusionLofLømallLshainLxydrocarbonsLinLhY ingLZeolitesâ� ZL
JournalfoffPhysicalfChemistryfCXL2011XLaaeXLhgeYhhd 3.8 28

88 tansylLlabelingLtoLmodulateLtheLrelativeLaffinityLofLbileLacidsLforLtheLbindingLsitesLofLhumanLserumL
albuminZLJournalfoffPhysicalfChemistryfBXL2011XLaaeXLa]eahYbd 3.4 19

87 qmmoniaLy MøY−–tLmeasurementsLonLrrˆ‚nstedLacidityLofLprotonYformedLøq–”YcdZLPhysicalf
ChemistryfChemicalfPhysicsXL2011XLacXLccaaYh 3.6 28

86 qtomisticLøimulationLofLπaterLyntrusionâ��uxtrusionLinLy−—YdLTyv ULandLZøMYbbLT−”“UjL−heL oleLofL
øilanolLtefectsZLJournalfoffPhysicalfChemistryfCXL2011XLaaeXLbaidbYbaiec 3.8 22

85 ynfluenceLofLZeoliteLøurfaceLinLtheLøorptionLofLMethaneLfromLMolecularLtynamicsZLJournalfoff
PhysicalfChemistryfCXL2011XLaaeXLacgeaYacgeh 3.8 43

84 vromLmicroscopicLinsightsLofLxbLadsorptionLtoLuptakeLestimationsLinLM”vsZLPhysicalfChemistryf
ChemicalfPhysicsXL2011XLacXLafeehYfh 3.6 19

(2011-2014)
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83 MultifunctionalLhybridLorganicYinorganicLcatalyticLmaterialsLwithLaLhierarchicalLsystemLofL
wellYdefinedLmicroYLandLmesoporesZLJournalfoffthefAmericanfChemicalfSocietyXL2010XLacbXLae]aaYba 16.4 163

82 somputationalLøtudyLofLrrˆ‚nstedLqcidityLofLMordeniteZLuffectLofLtheLulectricLvieldLonLtheLynfraredL
”xLøtretchingLvrequenciesZLJournalfoffPhysicalfChemistryfCXL2010XLaadXLaedbdYaedca 3.8 16

81 –redictingLøtructuralLveasibilityLofLøilicaLandLwermaniaLZeolitesZLJournalfoffPhysicalfChemistryfCXL
2010XLaadXLaffgYafgc 3.8 42

80 −heLøtructuralLtirectingL oleLofLπaterLandLxydroxylLwroupsLinLtheLøynthesisLofLretaLZeoliteL
–olymorphsZLJournalfoffPhysicalfChemistryfCXL2010XLaadXLcdeYcef 3.8 19

79 veasibilityLofL–ureLøilicaLZeolitesZLJournalfoffPhysicalfChemistryfCXL2010XLaadXLaiaegYaiafh 3.8 34

78 ModularLorganicLstructureYdirectingLagentsLforLtheLsynthesisLofLzeolitesZLScienceXL2010XLcc]XLabaiYbb 33.3 110

77 xydrogenLphysisorptionLinLmetalâ��organicLframeworksjLconceptsLandLquantumLchemicalL
calculationsZLTheoreticalfChemistryfAccountsXL2010XLabgXLbeiYbg] 1.9 13

76 qtomisticLsimulationsLofLwaterLandLorganicLtemplatesLoccludedLduringLtheLsynthesisLofLzeolitesZL
MicroporousfandfMesoporousfMaterialsXL2010XLabiXLdbYec 5.3 18

75 −heLbenefitLofLmultiporeLzeolitesjLsatalyticLbehaviourLofLzeolitesLwithLintersectingLchannelsLofL
differentLsizesLforLalkylationLreactionsZLJournalfoffCatalysisXL2009XLbfhXLiYag 7.3 52

74 −heLconfinementLeffectLinLzeolitesZLJournalfoffMolecularfCatalysisfAXL2009XLc]eXLcYg 123

73 −opologicalLtescriptorLforL”xygensLinLZeolitesZLqnalysisLofL ingLsountingLinL−etracoordinatedL“etsZL
JournalfoffPhysicalfChemistryfCXL2009XLaacXLfcihYfd]e 3.8 12

72 –eriodicLtensityLvunctionalLsalculationLonLtheLrrˆ‚nstedLqcidityLofLModifiedLYY−ypeLZeoliteZLJournalf
offPhysicalfChemistryfCXL2009XLaacXLefgbYefh] 3.8 34

71 qtomisticLøimulationsLofLøtructuralLtefectsLandLπaterL”ccludedLinLøøZYgdLZeoliteZLJournalfoff
PhysicalfChemistryfCXL2009XLaacXLa]hggYa]hhf 3.8 31

70 sorrelationLbetweenLrrˆ‚nstedLqcidLøtrengthLandLLocalLøtructureLinLZeolitesZLJournalfoffPhysicalf
ChemistryfCXL2009XLaacXLaib]hYaibag 3.8 98

69 –ropane[–ropyleneLtiffusionLinLZeolitesjLvrameworkLtynamicsZLJournalfoffPhysicalfChemistryfCXL
2009XLaacXLaabdfYaabec 3.8 40

68 —uantumYchemistryLcalculationsLofLhydrogenLadsorptionLinLM”vYeZLPhysicalfChemistryfChemicalf
PhysicsXL2009XLaaXLibe]Yh 3.6 25

67 –eriodicLtv−LsalculationLofLtheLunergyLofLqmmoniaLqdsorptionLonLZeoliteLrrˆ‚nstedLqcidLøitesLtoL
øupportLtheLqmmoniaLy Møâ��−–tLuxperimentZLChemistryfLettersXL2009XLchXLcedYcee 1.7 17

66 somputationalLøtudyLofLrrˆ‚nstedLqcidityLofLvaujasiteZLuffectLofLtheLqlLsontentLonLtheLynfraredL”xL
øtretchingLvrequenciesZLJournalfoffPhysicalfChemistryfCXL2008XLaabXLaibicYaic]a 3.8 23
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65 qLzeoliticLstructureLTy−—YcdULwithLconnectedLiYLandLa]YringLchannelsLobtainedLwithLphosphoniumL
cationsLasLstructureLdirectingLagentsZLJournalfoffthefAmericanfChemicalfSocietyXL2008XLac]XLafdhbYc 16.4 99

64 øynthesisLofLtheL−iâ��øilicateLvormLofLrusL–olymorphLofL˛†YZeoliteLqssistedLbyLMolecularLModelingZL
JournalfoffPhysicalfChemistryfCXL2008XLaabXLaiedgYaieed 3.8 52

63 qLcomputationalLchemistryLinsightLinLtheLroleLofLstructureLdirectingLagentsLinLtheLsynthesisLofL
zeolitesZLPhysicalfChemistryfChemicalfPhysicsXL2007XLiXLa]ebYh 3.6 21

62 wemYdiaminesLasLhighlyLactiveLorganocatalystsLforLcarbonâ��carbonLbondLformationZLJournalfoff
CatalysisXL2007XLbdfXLacfYadf 7.3 54

61 —uantitativeLMeasurementsLofLrrˆ‚nstedLqcidityLofLZeolitesLbyLqmmoniaLy Møâ��−–tLMethodLandL
tensityLvunctionalLsalculationZLChemistryfLettersXL2007XLcfXLa]cdYa]ce 1.7 23

60 qmmoniaLy MøY−–tLmeasurementsLandLtv−LcalculationLonLacidicLhydroxylLgroupsLinLsxqYtypeL
zeolitesZLPhysicalfChemistryfChemicalfPhysicsXL2007XLiXLeih]Yg 3.6 47

59 ysomerizationLandLdisproportionationLofLmYxyleneLinLaLzeoliteLwithLiYLandLa]YmemberedLringLporesjL
MolecularLdynamicsLandLcatalyticLstudiesZLJournalfoffCatalysisXL2006XLbdbXLaieYb]f 7.3 47

58 somputationalLstudyLofLaivL“M LspectraLofLdoubleLfourLringYcontainingLøi[weYzeolitesZL
ChemPhysChemXL2006XLgXLa]ibYi 3.2 39

57  ingsLandLstrainLinLpureLsilicaLzeolitesZLJournalfoffPhysicalfChemistryfBXL2006XLaa]XLagidiYei 3.4 27

56 somputationalLstudyLofLlocationLandLroleLofLfluorideLinLzeoliteLstructuresZLJournalfoffPhysicalf
ChemistryfBXL2006XLaa]XLbcieaYfa 3.4 26

55
vurtherLinvestigationsLintoLâ��ZeoliteLsynthesisLusingLflexibleLdiquaternaryLalkylammoniumLionsL
TsnxbnWaUbx“WTsxbUe“WxTsnxbnWaUbLwithLnLmLaâ��eLasLstructureYdirectingLagentsâ��ZLMicroporousf
andfMesoporousfMaterialsXL2006XLieXLcffYcga

5.3 2

54 ynfluenceLofLporeLdimensionLandLsorptionLconfigurationLonLtheLheatLofLsorptionLofLhexaneLonL
monodimensionalLsiliceousLzeolitesZLJournalfoffPhysicalfChemistryfBXL2005XLa]iXLbcgidYh]c 3.4 15

53 –entacoordinatedLgermaniumLinLqø−LzeoliteLsynthesisedLinLfluorideLmediaZLqLaivL“M LvalidatedL
computationalLstudyZLChemicalfCommunicationsXL2005XLbcegYi 5.8 19

52 øearchingL”rganicLøtructureLtirectingLqgentsLforLtheLøynthesisLofLøpecificLZeoliticLøtructuresjLLqnL
uxperimentallyL−estedLsomputationalLøtudyZLChemistryfoffMaterialsXL2005XLagXLedeYeeb 9.6 44

51 terivationLofLanLynteratomicL–otentialLforLvluorideYsontainingLMicroporousLøilicatesLandL
wermanatesZLChemistryfoffMaterialsXL2005XLagXLgc]Ygd] 9.6 17

50 qnLattemptLtoLpredictLandLrationalizeLrelativeLstabilitiesLandLpreferentialLgermaniumLlocationLinL
øi[weLzeolitesZLMicroporousfandfMesoporousfMaterialsXL2005XLhbXLaeiYafc 5.3 32

49 tehydroaromatizationLofLmethaneLunderLnonYoxidativeLconditionsLoverLbifunctionalLMo[y−—YbL
catalystsZLCatalysisfTodayXL2005XLa]gYa]hXLfgfYfhd 5.3 42

48 qLnewLsynthesisLmethodLforLtheLpreparationLofLy−—YgLzeolitesLandLtheLcharacterisationLofLtheL
resultingLmaterialsZLComptesfRendusfChimieXL2005XLhXLcfiYcgh 2.7 18

(2005-2008)
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47 qLmultisiteLmolecularLmechanismLforLraeyerYβilligerLoxidationsLonLsolidLcatalystsLusingL
environmentallyLfriendlyLxb”bLasLoxidantZLChemistryfvfAfEuropeanfJournalXL2005XLaaXLfi]eYae 4.8 80

46 qnLstudyLofLcyclohexylpyrrolidineYderivedLquaternaryLorganicLcationsLasLstructureLdirectingLagentsL
forLsynthesisLofLzeolitesZLStudiesfinfSurfacefSciencefandfCatalysisXL2004XLaedXLbfeYbgd 1.8 0

45 σyleneLisomerizationLandLaromaticLalkylationLinLzeolitesL“UYhgXLøøZYccXL˛†XLandLZøMYejLmolecularL
dynamicsLandLcatalyticLstudiesZLJournalfoffCatalysisXL2004XLbbgXLbbgYbda 7.3 86

44 øynthesisXLcharacterizationXLandLframeworkLheteroatomLlocalizationLinLy−—YbaZLJournalfoffthef
AmericanfChemicalfSocietyXL2004XLabfXLacdadYbc 16.4 54

43 uffectLofLtheLwermaniumLyncorporationLinLtheLøynthesisLofLuUYaXLy−—YacXLy−—YbbXLandLy−—YbdL
ZeolitesZLJournalfoffPhysicalfChemistryfBXL2004XLa]hXLhhc]Yhhce 3.4 62

42
−opologicalLandLgeometricalLcharacterizationLofLzeotypesLwithLaLfreeLsoftwareLcodeLcalledL
zeotsitesjL−heLcaseLstudyLofLgermaniumLlocationLinLoctadecasilZLStudiesfinfSurfacefSciencefandf
CatalysisXL2004XLabfaYabff

1.8 2

41 qLnewLsynthesisLrouteLofLtheLtridirectionalLabLringLchannelLzeoliteLy−—YgZLStudiesfinfSurfacefSciencef
andfCatalysisXL2004XLdhaYdhh 1.8 4

40 ”rdinaryLtiffusionLandLøingleLvileLtiffusionLinLZeolitesLwithLMonodimensionalLshannelsZLrenzeneL
andLnYrutaneLinLy−—YdLandLLLZeolitesZLTopicsfinfCatalysisXL2003XLbdXLgYab 2.3 6

39 ”nLtheLshapeLselectiveLacylationLofLbYmethoxynaphthaleneLoverLpolymorph´ sLofLretaLTy−—YagUZL
JournalfoffCatalysisXL2003XLbagXLd]fYdaf 7.3 43

38
terivationLofLanLynteratomicL–otentialLforLwermaniumYLandLøiliconYsontainingLZeolitesLandLytsL
qpplicationLtoLtheLøtudyLofLtheLøtructuresLofL”ctadecasilXLqøUYgXLandLqøUYiLMaterialsZLChemistryfoff
MaterialsXL2003XLaeXLaghhYagif

9.6 44

37 qLsoftwareLtoolLforLtheLtopologicalLandLgeometricalLcharacterizationLofLthreeYdimensionalL
frameworksZLComputationalfMaterialsfScienceXL2003XLbhXLggYhd 3.2 3

36
somputationalLandLuxperimentalLqpproachLtoLtheL oleLofLøtructureYtirectingLqgentsLinLtheL
øynthesisLofLZeolitesjLL−heLsaseLofLsyclohexylLqlkylL–yrrolidiniumLøaltsLinLtheLøynthesisLofL˛†XLuUYaXL
ZøMYaaXLandLZøMYabLZeolitesZLJournalfoffPhysicalfChemistryfBXL2003XLa]gXLedcbYedd]

3.4 72

35
–referentialLLocationLofLweLqtomsLinL–olymorphLsLofLretaLZeoliteLTy−—YagULandL−heirL
øtructureYtirectingLuffectjLqLsomputationalXLσ tXLandL“M LøpectroscopicLøtudyZLAngewandtef
ChemieXL2002XLaadXLdiafYdib]

3.6 17

34
–referentialLlocationLofLweLatomsLinLpolymorphLsLofLbetaLzeoliteLTy−—YagULandLtheirL
structureYdirectingLeffectjLaLcomputationalXLσ tXLandL“M LspectroscopicLstudyZLAngewandtef
ChemiefvfInternationalfEditionXL2002XLdaXLdgbbYf

16.4 123

33 ynfluenceLofLtheLyntermolecularLynteractionsLonLtheLMobilityLofLxeptaneLinLtheLøupercagesLofL
MsMYbbLZeoliteZLqLMolecularLtynamicsLøtudyZLJournalfoffPhysicalfChemistryfBXL2002XLa]fXLiefYifb 3.4 19

32 ”nLtheL–referentialLLocationLofLqlLandL–rotonLøitingLinLZeolitesjLLqLsomputationalLandLynfraredL
øtudyZLJournalfoffPhysicalfChemistryfBXL2002XLa]fXLg]aYg]h 3.4 73

31
øimultaneousLhydrogenationLandLringLopeningLofLaromaticsLforLdieselLupgradingLonL–t[zeoliteL
catalystsZL−heLinfluenceLofLzeoliteLporeLtopologyLandLreactantLonLcatalystLperformanceZLStudiesfinf
SurfacefSciencefandfCatalysisXL2002XLadbXLa]aeYa]bb

1.8 13

30 Zeo−sitesjLaLcodeLforLtopologicalLandLcrystallographicLtetrahedralLsitesLanalysisLinLzeolitesLandL
zeotypesZLMicroporousfandfMesoporousfMaterialsXL2001XLdcXLbgYd] 5.3 44
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29 qlYy−—YgXLaLøhapeYøelectiveLZeoliteLforLqcylationLofLbYMethoxynaphthaleneZLJournalfoffCatalysisXL
2001XLaigXLhaYi] 7.3 46

28 qLsomputationalLøtudyLonLtheL−emplatingLqbilityLofLtheL−rispyrrolidiniumLsationLinLtheLøynthesisLofL
ZøMYahLZeoliteZLChemistryfoffMaterialsXL2001XLacXLdeb]Ydebf 9.6 36

27 ”nLtheLMechanismLofLqlkaneLysomerisationLTysodewaxingULwithLUnidirectionalLa]YMemberL ingL
ZeolitesZLqLMolecularLtynamicsLandLsatalyticLøtudyZLJournalfoffCatalysisXL2000XLaieXLbbgYbcf 7.3 67

26 –referentialLøitingLofLrridgingLxydroxylsLandL−heirLtifferentLqcidLøtrengthsLinLtheL−woYshannelL
øystemLofLMsMYbbLZeoliteZLJournalfoffPhysicalfChemistryfBXL2000XLa]dXLdcdiYdced 3.4 52

25 MolecularLtynamicsLofLsgLxydrocarbonLtiffusionLinLy−—YbZL−heLrenefitLofLZeoliteLøtructuresL
sontainingLqccessibleL–ocketsZLJournalfoffPhysicalfChemistryfBXL2000XLa]dXLdafYdbb 3.4 25

24 −heLroleLofLtheLelectrostaticLpotentialXLelectricLfieldLandLelectricLfieldLgradientLonLtheLacidityLofLqvyL
andLsxqLzeotypesZLPhysicalfChemistryfChemicalfPhysicsXL2000XLbXLaggYahe 3.6 15

23  elationLbetweenLstructureLandLLewisLacidityLofL−iYretaLandL−øYaLzeolitesZLChemicalfPhysicsfLettersXL
1999XLc]bXLddgYdec 2.5 49

22 satalyticLqctivityLofL–rotonLøpongejLqpplicationLtoL†noevenagelLsondensationL eactionsZLJournalf
offCatalysisXL1999XLahcXLadYbc 7.3 66

21 tiffusionLofLaLparaYLandLorthoYxyleneLmixtureLinLsy−YaLzeolitejLaLmolecularLdynamicsLstudyZLTopicsfinf
CatalysisXL1999XLiXLbaeYbbd 2.3 9

20 ynfluenceLofLshortYLandLlongYrangeLfactorsLinLtheLrrˆ‚nstedLacidityLofLMsMYbbLzeoliteZLChemicalf
CommunicationsXL1999XLbafcYbafd 5.8 4

19  ationalisationLofLtheLy LstretchingLfrequenciesLofLrrˆ‚nstedLacidLcentresLinLmicroporousLsolidsZL
ChemicalfCommunicationsXL1999XLcdiYce] 5.8 20

18 tiffusionLofL”ctaneLinLøilicalitejLLqLMolecularLtynamicsLøtudyZLJournalfoffPhysicalfChemistryfBXL1999XL
a]cXLaa]]gYaa]ae 3.4 16

17 tiffusionLofLrenzeneLandL–ropyleneLinLMsMYbbLZeoliteZLqLMolecularLtynamicsLøtudyZLJournalfoff
PhysicalfChemistryfBXL1999XLa]cXLeahgYeaif 3.4 76

16 ModellingLofLrrˆ‚nstedLacidityLinLqvyLandLsxqLzeotypesZLJournalfoffthefChemicalfSocietyufFaradayf
TransactionsXL1998XLidXLc]diYc]eh 63

15 tiffusionLofLLinearLandLrranchedLsgL–araffinsLinLy−—YaLZeoliteZLqLMolecularLtynamicsLøtudyZLJournalf
offPhysicalfChemistryfBXL1998XLa]bXLg]heYg]i] 3.4 21

14 øelectiveLtiffusionLofLshLqromaticsLinLaLa]LandLabLM LZeoliteZLqLMolecularLtynamicsLøtudyZLJournalf
offPhysicalfChemistryfBXL1998XLa]bXLcaihYcb]i 3.4 50

13 qctivationLofLMoleculesLinLsonfinedLøpacesjLLqnLqpproachLtoLZeoliteâ��wuestLøupramolecularL
øystemsZLJournalfoffPhysicalfChemistryfBXL1997XLa]aXLdegeYdehb 3.4 68

12 ModelingLofLøiliconLøubstitutionLinLøq–”YeLandLøq–”YcdLMolecularLøievesZLJournalfoffPhysicalf
ChemistryfBXL1997XLa]aXLebdiYebfb 3.4 164

(1997-2001)
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11 ”nLtheLyncorporationLofLruckminsterfullereneLsf]LinLtheLøupercagesLofLZeoliteLYZLJournalfoff
PhysicalfChemistryfBXL1997XLa]aXLa]ahdYa]ai] 3.4 26

10 yntroductoryLLectureLsomputerLmodellingLasLaLtechniqueLinLsolidLstateLchemistryZLFaradayf
DiscussionsXL1997XLa]fXLaYd] 3.6 38

9
ModellingLofLstructureXLsorptionXLsynthesisLandLreactivityLinLcatalyticLsystemsasommunicationL
presentedLatLtheLvirstLvrancquiLsolloquiumXLrrusselsXLaiâ��b]LvebruaryLaiifZaZLJournalfoffMolecularf
CatalysisfAXL1997XLaaeXLdcaYddh

11

8 MechanismsLofLsiliconLincorporationLinLaluminophosphateLmolecularLsievesZLJournalfoffMolecularf
CatalysisfAXL1997XLaaiXLcdiYcef 52

7
—uantumLchemistryLcalculationsLonLtheLeffectLofLelectronLconfinementLuponLtheLfrontierLmolecularL
orbitalsLofLethyleneLandLbenzeneLinLsodaliteZLymplicationsLonLreactivityZLChemicalfPhysicsfLettersXL
1997XLbfdXLefeYegb

2.5 9

6 somputerLøimulationLofLsatalyticLøystemsL1997XLeYbi

5 øtructureLandLøtabilityLofLøilicaLøpeciesLinLøq–”LMolecularLøievesZLThefJournalfoffPhysicalfChemistryXL
1996XLa]]XLfgbbYfgc] 99

4 øpaceLgroupLsymmetryLandLqlâ��”â��–LbondLanglesLinLql–”dYeZLJournalfoffMaterialsfChemistryXL1996XL
fXLahcgYahdb 29

3 qLquantumYchemicalLstudyLofLpara[orthoYtolueneLalkylationLbyLadsorbedLmethoxyLspeciesLonL
zeolitesZLJournalfoffMolecularfCatalysisfAXL1995XLa]]XLgeYhe 16

2 —uantumYchemistryLcalculationsLofLsurfaceLcomplexLandLorbitalLcontrolLinLpara[orthoLtolueneL
alkylationLcatalyzedLbyLbigLporeLzeolitesZLStudiesfinfSurfacefSciencefandfCatalysisXL1994XLhdXLbagaYbagh 1.8 10

1 MolecularLorbitalLcalculationLofLtheLsoftYhardLacidityLofLzeolitesLandLitsLcatalyticLimplicationsZL
JournalfoffCatalysisXL1992XLacfXLebaYec] 7.3 31
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