
William F Schneider

ListjofjPublicationsjbyjCitations

Source:jhttps://exalyycom/authorxpdf/7498720/williamxfxschneiderxpublicationsxbyxcitationsypdf

Version:j2024x04x23j

ThisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexalyycomyjForj

thejlatestjversionjofjthisjpublicationjlistwjvisitjthejlinkjgivenjabovey

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalwjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticley

212
papers

12,162
citations

55
h-index

103
g-index

232
ext. papers

13,898
ext. citations

6.9
avg, IF

6.53
L-index



m Paper IF Citations

212 peyondIfossilIfuelVdrivenInitrogenItransformationsWIScienceUI2018UIadZUI 33.3 772

211 squimolarIqOQ]RIabsorptionIbyIanionVfunctionalizedIionicIliquidsWIJournalfoffthefAmericanfChemicalf
SocietyUI2010UI[a]UI][[dVe 16.4 689

210 rynamicImultinuclearIsitesIformedIbyImobilizedIcopperIionsIinI‘OIselectiveIcatalyticIreductionWI
ScienceUI2017UIaceUIfgfVgZa 33.3 458

209  heIchemistryIofIwaterIonIaluminaIsurfaceshIreactionIdynamicsIfromIfirstIprinciplesWIScienceUI1998UI
]f]UI]dcVf 33.3 446

208 qatalysisIinIaIqagehIqonditionVrependentI–peciationIandIrynamicsIofIsxchangedIquIqationsIinI
––ZV[aIZeolitesWIJournalfoffthefAmericanfChemicalfSocietyUI2016UI[afUIdZ]fVbf 16.4 405

207 †olecularIresignIofIvighIqapacityUIzowIøiscosityUIqhemicallyI unableIwonicIziquidsIforIqO]I
qaptureWIJournalfoffPhysicalfChemistryfLettersUI2010UI[UIabgbVabgg 6.4 335

206 qriticalIreviewIofI“dVbasedIcatalyticItreatmentIofIpriorityIcontaminantsIinIwaterWIEnvironmentalf
Sciencefmamp;fTechnologyUI2012UIbdUIadccVeZ 10.3 287

205 •ationalizingItheIlightVinducedIphaseIseparationIofImixedIhalideIorganicVinorganicIperovskitesWI
NaturefCommunicationsUI2017UIfUI]ZZ 17.4 264

204  rackingIwodideIandIpromideIwonI–egregationIinI†ixedIvalideIzeadI“erovskitesIduringI
“hotoirradiationWIACSfEnergyfLettersUI2016UI[UI]gZV]gd 20.1 251

203 wdentificationIofItheIactiveIquIsiteIinIstandardIselectiveIcatalyticIreductionIwithIammoniaIonI
quV––ZV[aWIJournalfoffCatalysisUI2014UIa[]UIfeVge 7.3 247

202 wsolationIofItheIcopperIredoxIstepsIinItheIstandardIselectiveIcatalyticIreductionIonIquV––ZV[aWI
AngewandtefChemiefufInternationalfEditionUI2014UIcaUI[[f]fVaa 16.4 245

201 rensityItunctionalI heoryIqomparisonIofI−aterIrissociationI–tepsIonIquUIouUI‘iUI“dUIandI“tWI
JournalfoffPhysicalfChemistryfCUI2009UI[[aUIe]dgVe]ed 3.8 220

200 OvercomingIammoniaIsynthesisIscalingIrelationsIwithIplasmaVenabledIcatalysisWINaturefCatalysisUI
2018UI[UI]dgV]ec 36.5 193

199 wntegratedIoperandoIαVrayIabsorptionIandIrt IcharacterizationIofIquâ��––ZV[aIexchangeIsitesI
duringItheIselectiveIcatalyticIreductionIofI‘OxIwithI‘vaWICatalysisfTodayUI2012UI[fbUI[]gV[bb 5.3 187

198 tirstV“rinciplesI†olecularIrynamicsI–imulationsIofIv]OIonI˛–Vol]OaIQZZZ[RWIJournalfoffPhysicalf
ChemistryfBUI2000UI[ZbUIcc]eVccbZ 3.4 187

197 qhemicallyItunableIionicIliquidsIwithIaproticIheterocyclicIanionIQovoRIforIqOQ]RIcaptureWIJournalfoff
PhysicalfChemistryfBUI2014UI[[fUIcebZVc[ 3.4 176

196  hermodynamicsIofIsnvironmentVrependentIOxygenIqhemisorptionIonI“tQ[[[Râ� WIJournalfoff
PhysicalfChemistryfCUI2008UI[[]UIgccgVgce] 3.8 160

WilliamuFuSchneider

2



195  heI–tratosphericItateIofIqtaOvWIEnvironmentalfSciencefmamp;fTechnologyUI1994UI]fUI[[gfV]ZZ 10.3 158

194  heI]Z]ZIplasmaIcatalysisIroadmapWIJournalfPhysicsfD:fAppliedfPhysicsUI2020UIcaUIbbaZZ[ 3 141

193 ”ualitativeIrifferencesIinItheIodsorptionIqhemistryIofIocidicIQqO]UI–OxRIandIomphiphilicIQ‘OxRI
–peciesIonItheIolkalineIsarthIOxidesWIJournalfoffPhysicalfChemistryfBUI2004UI[ZfUI]eaV]f] 3.4 138

192 ‘OIoxidationhIoIprobeIreactionIonIquV––ZV[aWIJournalfoffCatalysisUI2014UIa[]UI[egV[gZ 7.3 133

191 occurateIcoverageVdependenceIincorporatedIintoIfirstVprinciplesIkineticImodelshIqatalyticI‘OI
oxidationIonI“tIQ[[[RWIJournalfoffCatalysisUI2012UI]fdUIffVgb 7.3 125

190 qatalysisIsnabledIbyI“lasmaIoctivationIofI–trongIqhemicalIpondshIoI•eviewWIACSfEnergyfLettersUI
2019UIbUI[[[cV[[aa 20.1 111

189
otmosphericIqhemistryIofIvtsVe[ZZIQqbtgOqvaRhII•eactionIwithIOvI•adicalsUI·øI–pectraIandI
yineticIrataIforIqbtgOqv]´•IandIqbtgOqv]O]´•I•adicalsUIandItheIotmosphericItateIofIqbtgOqv]O´•I
•adicalsWIJournalfoffPhysicalfChemistryfAUI1997UI[Z[UIf]dbVf]eb

2.8 110

188 OxygenVcoverageIeffectsIonImolecularIdissociationsIatIaI“tImetalIsurfaceWIPhysicalfReviewfLettersUI
2009UI[Z]UIZed[Z[ 7.4 94

187 otmosphericIqhemistryIofItheI“henoxyI•adicalUIqdvcOQâ�¢RhII·øI–pectrumIandIyineticsIofIwtsI
•eactionIwithI‘OUI‘O]UIandIO]WIJournalfoffPhysicalfChemistryfAUI1998UI[Z]UIegdbVegeb 2.8 91

186 wmportanceIofImetalVoxideIinterfacesIinIheterogeneousIcatalysishIoIcombinedIrt UImicrokineticUI
andIexperimentalIstudyIofIwaterVgasIshiftIonIouX†gOWIJournalfoffCatalysisUI2017UIabcUI[ceV[dg 7.3 86

185 rt IcomparisonIofIintrinsicI−u–IkineticsIoverI“dIandI“tWIJournalfoffCatalysisUI2014UIa]ZUI[ZdV[[e 7.3 84

184 qlusterI†odelsIofIquIpindingIandIqOIandI‘OIodsorptionIinIquVsxchangedIZeolitesWIThefJournalfoff
PhysicalfChemistryUI1996UI[ZZUIdZa]VdZbd 83

183  heIenvironmentalIimpactIofIqtqIreplacementsIVIvtqsIandIvqtqsWIEnvironmentalfSciencefmamp;f
TechnologyUI1994UI]fUIa]ZoVa]do 10.3 82

182 “erformanceIofIqlusterIsxpansionsIofIqoverageVrependentIodsorptionIofIotomicIOxygenIonI
“tQ[[[RWIJournalfoffChemicalfTheoryfandfComputationUI2012UIfUI]dbVea 6.4 79

181 qatalyticIvydrogenationIofIqO]ItoItormicIocidIwithI–ilicaV etheredIwridiumIqatalystsWI
ChemCatChemUI2013UIcUI[edgV[ee[ 5.2 79

180 rensityItunctionalI heoryI–tudyIofI ransformationsIofI‘itrogenIOxidesIqatalyzedIbyI
quVsxchangedIZeolitesWIJournalfoffPhysicalfChemistryfBUI1998UI[Z]UIadg]VaeZc 3.4 79

179 “rogressIinIoccurateIqhemicalIyineticI†odelingUI–imulationsUIandI“arameterIsstimationIforI
veterogeneousIqatalysisWIACSfCatalysisUI2019UIgUIdd]bVddbe 13.1 78

178 rt VpasedIqoverageVrependentI†odelIofI“tVqatalyzedI‘OIOxidationWIChemCatChemUI2010UI]UI[bcZV[bdZ5.2 77

(2010-1994)

3



177 rt VpasedIqharacterizationIofItheI†ultipleIodsorptionI†odesIofI‘itrogenIOxidesIonI“tQ[[[RWI
JournalfoffPhysicalfChemistryfCUI2007UI[[[UIafgVage 3.8 76

176 rramaticIqooperativeIsffectsIinIodsorptionIofI‘OxIonI†gOQZZ[RWIJournalfoffPhysicalfChemistryfBUI
2002UI[ZdUIebZcVeb[a 3.4 75

175 ‘OIoxidationIoverIsupportedI“thIwmpactIofIprecursorUIsupportUIloadingUIandIprocessingIconditionsI
evaluatedIviaIhighIthroughputIexperimentationWIAppliedfCatalysisfB:fEnvironmentalUI2006UIdeUI]bdV]cd 21.8 74

174 yineticsIandI†echanismsIofItheI–elfV•eactionsIofIqqlaO]IandIqvql]O]I•adicalsIandI heirI
•eactionsIwithIvO]WIThefJournalfoffPhysicalfChemistryUI1996UI[ZZUI[bacdV[bae[ 73

173 qoupledItheoreticalIandIexperimentalIanalysisIofIsurfaceIcoverageIeffectsIinI“tVcatalyzedI‘OIandI
O]IreactionItoI‘O]IonI“tQ[[[RWICatalysisfTodayUI2008UI[adUIfbVg] 5.3 71

172 tirstVprinciplesVguidedIdesignIofIionicIliquidsIforIqO]IcaptureWIPhysicalfChemistryfChemicalfPhysicsUI
2012UI[bUI[a[daVeZ 3.6 70

171 qombinedIqomputationalIandIsxperimentalIwnvestigationIofI–OxIodsorptionIonI†gOWIJournalfoff
PhysicalfChemistryfBUI2001UI[ZcUIdge]Vdgeg 3.4 66

170 sxperimentalIandIqomputationalIwnvestigationIofIsffectIofI–rIonI‘OIOxidationIandIOxygenI
sxchangeIforIza[â��x–rxqoOaI“erovskiteIqatalystsWIACSfCatalysisUI2013UIaUI]e[gV]e]f 13.1 64

169 rt IwnvestigationIofIwntermediateI–tepsIinItheIvydrolysisIofI˛–Vol]OaQZZZ[Râ� WIJournalfoffPhysicalf
ChemistryfCUI2009UI[[aUI][bgV][cf 3.8 63

168 rt IcharacterizationIofIcoverageIdependentImolecularIwaterIadsorptionImodesIonI˛–Vol]OaQZIZIZI
[RWISurfacefScienceUI2008UIdZ]UI]dfV]ec 1.8 63

167 ‘OIoxidationIpropertiesIofI“tQ[[[RIrevealedIbyIabIinitioIkineticIsimulationsWIPhysicalfReviewfBUI2005
UIe[UI 3.3 63

166 –tructureI–ensitivityI–tudyIofI−aterborneIqontaminantIvydrogenationI·singI–hapeVIandI
–izeVqontrolledI“dI‘anoparticlesWIACSfCatalysisUI2013UIaUIbcaVbda 13.1 62

165 sffectIofIparticleIsizeIonItheIoxidizabilityIofIplatinumIclustersWIJournalfoffPhysicalfChemistryfAUI2006UI
[[ZUIcfagVbd 2.8 62

164 sffectIofI“articleI–izeIonItheIodsorptionIofIOIandI–IotomsIonI“thIIoIrensityVtunctionalI heoryI
–tudyWIJournalfoffPhysicalfChemistryfBUI2001UI[ZcUIeeagVeebe 3.4 62

163 wnfluenceIofIdipoleVdipoleIinteractionsIonIcoverageVdependentIadsorptionhIqOIandI‘OIonI“tQ[[[RWI
LangmuirUI2012UI]fUIfbZfV[e 4 58

162 tirstV“rinciplesIonalysisIofIslementaryI–tepsIinItheIqatalyticIrecompositionIofI‘OIbyI
quVsxchangedIZeolitesWIJournalfoffPhysicalfChemistryfBUI1997UI[Z[UIbacaVbace 3.4 58

161 ristinguishingI“lasmaIqontributionsItoIqatalystI“erformanceIinI“lasmaVossistedIommoniaI
–ynthesisWIACSfSustainablefChemistryfandfEngineeringUI2019UIeUIfd][VfdaZ 8.3 55

160  heoreticalIanalysisIofIoxygenVbridgedIquIpairsIinIquVexchangedIzeolitesWICatalysisfLettersUI1998UI
cdUI[faV[ff 2.8 55

WilliamuFuSchneider

4



159 qhemistryIofI–ulfurIOxidesIonI ransitionI†etalsIwh´ IqonfigurationsUIsnergeticsUIOrbitalIonalysesUIandI
–urfaceIqoverageIsffectsIofI–O]onI“tQ[[[RWIJournalfoffPhysicalfChemistryfBUI2002UI[ZdUI[]cecV[]cfa 3.4 55

158 obIinitioIinvestigationIofItheIheatsIofIformationIofIseveralItrifluoromethylIcompoundsWIThefJournalf
offPhysicalfChemistryUI1993UIgeUI[]efaV[]eff 55

157 qlusterI†odelI–tudiesIofIOxygenVpridgedIquI“airsIinIquâ��Z–†VcIqatalystsWIJournalfoffPhysicalf
ChemistryfBUI1999UI[ZaUI[Zbc]V[ZbdZ 3.4 54

156 vydrofluorocarbonsIandIstratosphericIozoneWIFaradayfDiscussionsUI1995UI[ZZUIcc 3.6 54

155 qonsequencesIofIexchangeVsiteIheterogeneityIandIdynamicsIonItheI·øVvisibleIspectrumIofI
quVexchangedI––ZV[aWIChemicalfScienceUI2019UI[ZUI]aeaV]afb 9.4 53

154 pondI–trengthI rendsIinIvalogenatedI†ethanolshIsvidenceIforI‘egativeIvyperconjugationmWI
JournalfoffthefAmericanfChemicalfSocietyUI1995UI[[eUIbefVbfc 16.4 53

153 wntermediatesIandI–pectatorsIinIO]IrissociationIatItheI•uO]Q[[ZRI–urfaceWIJournalfoffPhysicalf
ChemistryfCUI2009UI[[aUI[c]ddV[c]ea 3.8 50

152 qO]IqhemistryIofI“henolateVpasedIwonicIziquidsWIJournalfoffPhysicalfChemistryfBUI2016UI[]ZUI[cZgV[e 3.4 49

151 vowIlowIcanIyouIgomI†inimumIenergyIpathwaysIforIO]IdissociationIonI“tQ[[[RWIPhysicalfChemistryf
ChemicalfPhysicsUI2012UI[bUI[ddeeVfc 3.6 48

150 qomputationalIcomparisonIofItheIreactionsIofIsubstitutedIaminesIwithIqOQ]RWIChemSusChemUI2010UI
aUIga[Vf 8.3 48

149 quâ��rinitrosylI–peciesIinIZeoliteshIIoIrensityItunctionalI†olecularIqlusterI–tudyWIJournalfoffPhysicalf
ChemistryfBUI1997UI[Z[UIdgZaVdg[a 3.4 48

148 otmosphericIchemistryIofIqvaqlhImechanisticIstudyIofItheIreactionIofIqv]qlO]IradicalsIwithIvO]WI
ChemicalfPhysicsfLettersUI1996UI]c[UI[dbV[ea 2.5 48

147
qooperativeIandIqompetitiveIOcclusionIofIOrganicIandIwnorganicI–tructureVrirectingIogentsIwithinI
qhabaziteIZeolitesIwnfluencesI heirIoluminumIorrangementWIJournalfoffthefAmericanfChemicalf
SocietyUI2020UI[b]UIbfZeVbf[g

16.4 47

146 •oleIofI†olecularI†odelingIinItheIrevelopmentIofIqOV•eactiveIwonicIziquidsWIChemicalfReviewsUI
2018UI[[fUIc]b]Vc]dZ 68.1 47

145 qompetingIreactionsIofIqO]IwithIcationsIandIanionsIinIazolideIionicIliquidsWIChemSusChemUI2014UIeUI[geZVc8.3 47

144 oIperiodicIdensityIfunctionalItheoryIanalysisIofIqOIchemisorptionIonI“tQ[[[RIinItheIpresenceIofI
uniformIelectricIfieldsWIJournalfoffPhysicalfChemistryfAUI2009UI[[aUIb[]cVaa 2.8 47

143 qomparisonIofIsxplicitIandI·nitedIotomI†odelsIforIolkaneIqhainsI“hysisorbedIonI˛–Vol]OaIQZZZ[RWI
JournalfoffPhysicalfChemistryfBUI1999UI[ZaUIaffcVafgc 3.4 47

142 otmosphericIchemistryIofItrifluoromethoxyIradicalshIreactionIwithIwaterWIThefJournalfoffPhysicalf
ChemistryUI1993UIgeUIedZdVed[[ 45

(1993-2002)

5



141 wmplicationsIofIcoverageVdependentIOIadsorptionIforIcatalyticI‘OIoxidationIonItheIlateItransitionI
metalsWICatalysisfSciencefandfTechnologyUI2014UIbUIbacdVbadc 5.5 44

140  hermodynamicIequilibriumIcompositionsUIstructuresUIandIreactionIenergiesIofI“tQxROQyRIQxIkI[VaRI
clustersIpredictedIfromIfirstIprinciplesWIJournalfoffPhysicalfChemistryfBUI2006UI[[ZUI[dcg[Vg 3.4 44

139 tormationIofImethaneIsulfinicIacidIinItheIgasVphaseIOvVradicalIinitiatedIoxidationIofIdimethylI
sulfoxideWIEnvironmentalfSciencefmamp;fTechnologyUI2002UIadUIc[ccVda 10.3 43

138 –tabilityIandIinfraredIspectraIofImonoVUIdiVUIandItrichloromethanolWIChemicalfPhysicsfLettersUI2000UI
a]]UIgeV[Z] 2.5 43

137 •eliabilityIofI–mallIqlusterI†odelsIforIquVsxchangedIZeolitesWIThefJournalfoffPhysicalfChemistryUI
1996UI[ZZUIg]g]VgaZ[ 43

136 snergeticsIandI†echanismIofIrecompositionIofIqtaOvWIThefJournalfoffPhysicalfChemistryUI1996UI
[ZZUIdZgeVd[Za 42

135 oIfirstVprinciplesIinvestigationIofItheIeffectIofI“tIclusterIsizeIonIqOIandI‘OIoxidationI
intermediatesIandIenergeticsWIPhysicalfChemistryfChemicalfPhysicsUI2008UI[ZUIdZZgV[f 3.6 42

134 tirstV“rinciplesIqharacterizationIofI‘OxIodsorptionIonI†gOWIJournalfoffPhysicalfChemistryfBUI2003UI
[ZeUI[ceV[da 3.4 42

133 †echanisticIstudyIofItheIgasVphaseIreactionIofIqv]tO]IradicalsIwithIvO]WIChemicalfPhysicsfLettersUI
1994UI][fUIabVb] 2.5 42

132 sffectsIofIcoverageIonItheIstructuresUIenergeticsUIandIelectronicsIofIoxygenIadsorptionIonI
•uO]Q[[ZRWIJournalfoffChemicalfPhysicsUI2007UI[]eUIZdbeZd 3.9 41

131 odsorptionIsnergyIqorrelationsIatItheI†etalâ��–upportIpoundaryWIACSfCatalysisUI2017UIeUIbeZeVbe[c 13.1 40

130 “lasmaVqatalyticIommoniaI–ynthesisIbeyondItheIsquilibriumIzimitWIACSfCatalysisUI2020UI[ZUIde]dVdeab 13.1 40

129 qhemistryIofI–ulfurIOxidesIonI ransitionI†etalsWIwwWI hermodynamicsIofI–ulfurIOxidesIonI
“latinumQ[[[RWIJournalfoffPhysicalfChemistryfBUI2004UI[ZfUI]cZV]db 3.4 40

128 –tatisticalIanalysisIofIolIdistributionsIandImetalIionIpairingIprobabilitiesIinIzeolitesWICatalysisfLetters
UI2000UIdfUIfcVga 2.8 40

127 •ateIcoefficientIforItheIreactionIofIhydroxymethylIradicalsIwithIchlorineIandIinfraredIspectraIofI
chloromethanolIandIdichloromethanolWIThefJournalfoffPhysicalfChemistryUI1993UIgeUI[cedV[cf] 40

126 sxperimentalIandIqomputationalIwnterrogationIofItastI–q•I†echanismIandIoctiveI–itesIonIvVtormI
––ZV[aWIACSfCatalysisUI2017UIeUIcZfeVcZgd 13.1 39

125 qhemistryIofI–ulfurIOxidesIonI ransitionI†etalsWIwwwWIOxidationIofI–O]IandI–elfVriffusionIofIOUI–O]UI
andI–OaIonI“tQ[[[RWIJournalfoffPhysicalfChemistryfBUI2004UI[ZfUI[aa]gV[aabZ 3.4 39

124 qatalysisI–cienceIofI‘OxI–electiveIqatalyticI•eductionI−ithIommoniaIOverIquV––ZV[aIandI
quV–o“OVabWIAdvancesfinfCatalysisUI2016UI[V[Ze 2.4 38

WilliamuFuSchneider

6



123 rensityIfunctionalIstudiesIofIadsorbatesIinIquVexchangedIzeoliteshImodelIcomparisonsIandI–OxI
bindingWIPhysicalfChemistryfChemicalfPhysicsUI1999UI[UIdagVdbf 3.6 38

122 –olvationIandI†obilizationIofIqopperIoctiveI–itesIinIZeolitesIbyIommoniahIqonsequencesIforItheI
qatalyticI•eductionIofI‘itrogenIOxidesWIAccountsfoffChemicalfResearchUI2020UIcaUI[ff[V[fg] 24.3 37

121 rt IonalysisIofI‘OIOxidationIwntermediatesIonI·ndopedIandIropedIzaqoOaI“erovskiteWIJournalfoff
PhysicalfChemistryfCUI2015UI[[gUI]ZbffV]Zbgb 3.8 36

120 ZeoliteIodsorptionItreeIsnergiesIfromIabIwnitioI“otentialsIofI†eanItorceWIJournalfoffChemicalf
TheoryfandfComputationUI2018UI[bUIg]gVgaf 6.4 36

119 revelopmentIandIapplicationIofIeffectiveIpairwiseIpotentialsIforI·O]QnTRUI‘pO]QnTRUI“uO]QnTRUI
andIomO]QnTRIQnIkI[UI]RIionsIwithIwaterWIPhysicalfChemistryfChemicalfPhysicsUI2013UI[cUI[cgcbVda 3.6 35

118 wsolationIofItheIqopperI•edoxI–tepsIinItheI–tandardI–electiveIqatalyticI•eductionIonIquV––ZV[aWI
AngewandtefChemieUI2014UI[]dUI[]Z]]V[]Z]e 3.6 35

117 OrderingIandIOxygenIodsorptionIinIouâ��“tX“tQ[[[RI–urfaceIolloysWIJournalfoffPhysicalfChemistryfCUI
2011UI[[cUI[eg[cV[eg]b 3.8 35

116 –imulationsIofIhydrocarbonIadsorptionIandIsubsequentIwaterIpenetrationIonIanIaluminumIoxideI
surfaceWIJournalfoffChemicalfPhysicsUI1997UI[ZdUIeaa[Veab] 3.9 35

115
 heIimpactIofItransitionImetalIcatalystsIonImacroscopicIdielectricIbarrierIdischargeIQrprRI
characteristicsIinIanIammoniaIsynthesisIplasmaIcatalysisIreactorWIJournalfPhysicsfD:fAppliedfPhysicsUI
2019UIc]UI]]bZZ]

3 34

114 “otentialIenergyIsurfacesIforIoxygenIadsorptionUIdissociationUIandIdiffusionIatItheI“tQa][RIsurfaceWI
LangmuirUI2011UI]eUIf[eeVfd 4 34

113 rirectIcontrolIofIelectronItransferItoItheIsurfaceVqOIbondIonIaI“tX iO]IcatalyticIdiodeWIJournalfoff
thefAmericanfChemicalfSocietyUI2011UI[aaUI[dbcgVde 16.4 34

112  hermalIdecompositionIofIdispersedIandIbulkVlikeI‘OxIspeciesIinImodelI‘OxItrapImaterialsWI
AppliedfCatalysisfB:fEnvironmentalUI2005UId[UI[dbV[ec 21.8 34

111  heoreticalI–tudyIofIqOIandI‘OIøibrationalItrequenciesIinIquâ��−aterIqlustersIandIwmplicationsIforI
quVsxchangedIZeolitesWIJournalfoffPhysicalfChemistryfBUI1997UI[Z[UI[gbZV[gbg 3.4 33

110  hermochemistryIofIqOt]IandI•elatedIqompoundsWIThefJournalfoffPhysicalfChemistryUI1994UIgfUIebbfVebc[ 33

109 –pectroscopicIandIkineticIresponsesIofIquV––ZV[aItoI–O]IexposureIandIimplicationsIforI‘OxI
selectiveIcatalyticIreductionWIAppliedfCatalysisfA:fGeneralUI2019UIcebUI[]]V[a[ 5.1 33

108 tirstV“rinciplesIonalysisIofI–iteVIandIqonditionVrependentIteI–peciationIinI––ZV[aIandIwmplicationsI
forIqatalystIOptimizationWIACSfCatalysisUI2018UIfUI[Z[[gV[Z[aZ 13.1 33

107 –tructureIandIdynamicsIofIuranylQøwRIandIplutonylQøwRIcationsIinIionicIliquidXwaterImixturesIviaI
molecularIdynamicsIsimulationsWIJournalfoffPhysicalfChemistryfBUI2013UI[[eUI[Zfc]Vdf 3.4 32

106 penchmarkItirstV“rinciplesIqalculationsIofIodsorbateItreeIsnergiesWIACSfCatalysisUI2018UIfUI[gbcV[gcb 13.1 31

(2018-1999)

7



105 –tructureVIandI emperatureVrependenceIofI“tVqatalyzedIommoniaIOxidationI•atesIandI
–electivitiesWIACSfCatalysisUI2019UIgUI]bZeV]b[b 13.1 30

104 qomparisonIofIclusterIexpansionIfittingIalgorithmsIforIinteractionsIatIsurfacesWISurfacefScienceUI
2015UIdbZUI[ZbV[[[ 1.8 30

103 pulkIandI–urfaceI“ropertiesIofI•utileI iO]IfromI–elfVqonsistentVqhargeIrensityItunctionalI ightI
pindingWIJournalfoffChemicalfTheoryfandfComputationUI2010UIdUIbggVcZe 6.4 30

102 snhancementIofIoxyanionIandIdiatrizoateIreductionIkineticsIusingIselectedIazoIdyesIonI“dVbasedI
catalystsWIEnvironmentalfSciencefmamp;fTechnologyUI2010UIbbUI[eeaVg 10.3 30

101 tirstV“rinciplesIonalysisIofI–tructureI–ensitivityIinI‘OIOxidationIonI“tWIACSfCatalysisUI2015UIcUI[ZfeV[Zgg13.1 29

100 yineticIstudyIofItheIreactionIqtaOTOaVlqtaO]TO]WIChemicalfPhysicsfLettersUI1993UI][aUIbb]Vbbf 2.5 29

99  heIsnvironmentalIwmpactIofIqtqI•eplacementsIvtqsIandIvqtqsWIEnvironmentalfSciencefmamp;f
TechnologyUI1994UI]fUIa]ZoVdo 10.3 28

98 –tructureIandIbondingItrendsIinItwoVIandIthreeVcoordinateIboronIcationsWIInorganicfChemistryUI1991
UIaZUIag[gVag]e 5.1 28

97 –olidVstateIcovalentIcaptureIofIqO]IbyIusingI‘VheterocyclicIcarbenesWIChemistryfufAfEuropeanf
JournalUI2013UI[gUI[[[abVf 4.8 27

96 qhemistryIforIaIsustainableIfutureWIEnvironmentalfSciencefmamp;fTechnologyUI2007UIb[UIbfbZVd 10.3 27

95
–peciationUIconductivitiesUIdiffusivitiesUIandIelectrochemicalIreductionIasIaIfunctionIofIwaterI
contentIinImixturesIofIhydratedIchromiumIchlorideXcholineIchlorideWIJournalfoffPhysicalfChemistryfB
UI2015UI[[gUIdZ[fV]a

3.4 26

94 otmosphericIchemistryIofIacetonehIyineticIstudyIofItheIqvaqQORqv]O]T‘OX‘O]IreactionsIandI
decompositionIofIqvaqQORqv]O]‘O]WIInternationalfJournalfoffChemicalfKineticsUI1998UIaZUIbecVbfg 1.4 26

93  heoreticalIonalysisIofI‘]OItoI‘]IqonversionIruringItheIqatalyticIrecompositionIofI‘OIbyI
quVZeolitesWICatalysisfLettersUI2001UIebUI[gaV[gg 2.8 26

92 rensityIfunctionalItheoryIdescriptionIofIexcitedVstateIintramolecularIprotonItransferWIChemicalf
PhysicsfLettersUI1996UI]daUIb[bVb]] 2.5 26

91 sffectsIofIdioxygenIpressureIonIratesIofI‘OxIselectiveIcatalyticIreductionIwithI‘vaIonIquVqvoI
zeolitesWIJournalfoffCatalysisUI2020UIafgUI[bZV[bg 7.3 25

90 wonI ransportIinI–olventVtreeUIqrosslinkedUI–ingleVwonIqonductingI“olymerIslectrolytesIforI
“ostVzithiumIwonIpatteriesWIBatteriesUI2018UIbUI]f 5.7 25

89
‘ovelI–tructuralI†odificationsIossociatedIwithItheIvighlyIsfficientIwnternalIqonversionIofI
]VQ]â��VvydroxyphenylRbenzotriazoleI·ltravioletI–tabilizersWIJournalfoffthefAmericanfChemicalfSocietyUI
1997UI[[gUIcbbcVcbbd

16.4 25

88 –urfaceIterminationIeffectsIonImetalIatomIadsorptionIonI˛–ValuminaWISurfacefScienceUI2008UIdZ]UIabbcVabca1.8 25

WilliamuFuSchneider

8



87 tirstV“rinciplesIqomparisonIofI“rotonIandIrivalentIqopperIqationIsxchangeIsnergyIzandscapesIinI
––ZV[aIZeoliteWIJournalfoffPhysicalfChemistryfCUI2018UI[]]UI]acdbV]acea 3.8 25

86 wnterplayIbetweenIsubsurfaceIorderingUIsurfaceIsegregationUIandIadsorptionIonI“tV iQ[[[RI
nearVsurfaceIalloysWILangmuirUI2012UI]fUIbdfaVga 4 24

85 ‘atureIandIroleIofIsurfaceIcarbonatesIandIbicarbonatesIinIqOIoxidationIoverI•uOQ]RWIPhysicalf
ChemistryfChemicalfPhysicsUI2010UI[]UIdadeVeb 3.6 24

84 tirstVprinciplesIreactionIsiteImodelIforIcoverageVsensitiveIsurfaceIreactionshI“tQ[[[Râ��OI
temperatureIprogrammedIdesorptionWISurfacefScienceUI2014UId]]UIz[Vzd 1.8 23

83 qoverageVrependentIodsorptionIatIaIzowI–ymmetryI–urfacehIrt IandI–tatisticalIonalysisIofI
OxygenIqhemistryIonIyinkedI“tQa][RWITopicsfinfCatalysisUI2014UIceUIfgV[Zc 2.3 23

82 “eriodicIrt IqharacterizationIofI‘OxIodsorptionIinIquVsxchangedI––ZV[aIZeoliteIqatalystsWIJournalf
offPhysicalfChemistryfCUI2016UI[]ZUI]egabV]egba 3.8 22

81 tirstVprinciplesIclusterIexpansionIstudyIofImissingVrowIreconstructionsIofIfccIQ[[ZRIsurfacesWI
PhysicalfReviewfBUI2011UIfaUI 3.3 22

80 †olecularIOriginsIofI–electivityIinItheI•eductionIofI‘OxbyI‘vaWIJournalfoffPhysicalfChemistryfAUI
2004UI[ZfUIgadcVgaeb 2.8 22

79 otmosphericIqhemistryIofIqtaOvhIwsI“hotolysisIwmportantmWIEnvironmentalfSciencefmamp;f
TechnologyUI1995UI]gUI]beVcZ 10.3 22

78 zroT·IevaluationIofItheIstabilityIofIlowVindexIfacetsIofIzaqoOaIperovskiteWISurfacefScienceUI2014UI
d[gUIe[Ved 1.8 21

77 –iteIspecificIcarboxylationIofIabnormalIanionicI‘VheterocyclicIdicarbenesIwithIqO]WIChemicalf
CommunicationsUI2013UIbgUI[[c]eVg 5.8 21

76 odsorptionIandIreactionsIofI‘OxIonI•uO]Q[I[IZRWICatalysisfTodayUI2011UI[dcUIbgVcc 5.3 21

75 yineticsIandImechanismIofItheIreactionIofIqlIatomsIwithIqv]IqOIQyeteneRWIInternationalfJournalfoff
ChemicalfKineticsUI1996UI]fUId]eVdac 1.4 21

74 onalysisIofItheIthermodynamicIfeasibilityIofI‘OxIdecompositionIcatalysisItoImeetInextIgenerationI
vehicleI‘OxIemissionsIstandardsWIAppliedfCatalysisfB:fEnvironmentalUI2002UIaeUI]daV]ee 21.8 20

73 otmosphericIqhemistryIofIt‘OIandIt‘O]hI•eactionsIofIt‘OIwithIOaUIOQa“RUIvO]UIandIvqlIandItheI
•eactionIofIt‘O]IwithIOaWIThefJournalfoffPhysicalfChemistryUI1995UIggUIgfbVgfg 20

72 pinaryIopproachItoI ernaryIqlusterIsxpansionshI‘Oâ��Oâ��øacancyI–ystemIonI“tQ[[[RWIJournalfoff
PhysicalfChemistryfCUI2017UI[][UIeabbVeacb 3.8 19

71  heIvibrationalIspectrumIofItqQOROIradicalhIoIchallengingIcaseIforIsingleVreferenceIelectronI
correlationImethodsWIJournalfoffChemicalfPhysicsUI1995UI[ZaUIddZ[VddZe 3.9 19

70 “redictedIwnfluenceIofI“lasmaIoctivationIonI‘onoxidativeIqouplingIofI†ethaneIonI ransitionI†etalI
qatalystsWIACSfSustainablefChemistryfandfEngineeringUI2020UIfUIdZbaVdZcb 8.3 18

(2020-2018)

9



69 qtaqtvOâ�¢IradicalhIrecompositionIvsWIreactionIwithIO]WIZeitschriftfFurfElektrotechnikfUndf
ElektrochemieUI1998UI[Z]UI[fcZV[fcd 18

68 qharacterizationIofIadsorptionItrendsIofI‘O]UInitriteUIandInitrateIonI†gOIterracesWISurfacefScienceUI
2003UIcbdUIecVfd 1.8 18

67 otmosphericIchemistryIofItqOxIradicalshIyineticIandImechanisticIstudyIofItheItqQORO]ITI‘O]I
reactionWIInternationalfJournalfoffChemicalfKineticsUI1995UI]eUIag[VbZ] 1.4 17

66 otomicV–caleI–tructuralIsvolutionIofI•hQ[[ZRIduringIqatalysisWIACSfCatalysisUI2017UIeUIddbVdeb 13.1 16

65 wnfluenceIofI˛–ValuminaIsupportsIonIoxygenIbindingItoI“dUIogUI“tUIandIouWIChemicalfPhysicsfLettersUI
2010UIbfbUI]a[V]ad 2.5 16

64 olcoholysisIofInitrilesIinIgoldQwwwRIcomplexeshI heIstructureIofI[stqQOstR‘v]]T[ouqlb]â��WIPolyhedronUI
1991UI[ZUI[da[V[dae 2.7 16

63
onionIrependentIrynamicsIandI−aterI–olubilityIsxplainedIbyIvydrogenIpondingIwnteractionsIinI
†ixturesIofI−aterIandIoproticIveterocyclicIonionIwonicIziquidsWIJournalfoffPhysicalfChemistryfBUI
2016UI[]ZUI[]degV[]dfd

3.4 15

62 svaluationIofIionicIfluidsIasIlubricantsIinImanufacturingWIJournalfoffManufacturingfProcessesUI2013UI
[cUIb[bVb[f 5 15

61 pandIstructureIofIgermaniumIcarbidesIforIdirectIbandgapIsiliconIphotonicsWIJournalfoffAppliedf
PhysicsUI2016UI[]ZUIZca[Z] 2.5 15

60 rt IandImicrokineticIcomparisonIofI“tUI“dIandI•hVcatalyzedIammoniaIoxidationWIJournalfoff
CatalysisUI2020UIafaUIa]]VaaZ 7.3 14

59 “articipationIofIinterfacialIhydroxylIgroupsIinItheIwaterVgasIshiftIreactionIoverIouX†gOIcatalystsWI
CatalysisfSciencefandfTechnologyUI2017UIeUIc]ceVc]dd 5.5 14

58 yineticsIandImechanismIofItheIgasIphaseIreactionIofIchlorineIatomsIwithIiVpropanolWIPhysicalf
ChemistryfChemicalfPhysicsUI2007UIgUIb][[Ve 3.6 14

57 wnfluenceIofItheI‘U‘U‘V rimethylV[VadamantylIommoniumI–tructureVrirectingIogentIonIolI
–ubstitutionIinI––ZV[aIZeoliteWIJournalfoffPhysicalfChemistryfCUI2019UI[]aUI[ebcbV[ebcf 3.8 12

56 rifferencesIbetweenIthermalIandIlaserVinducedIdiffusionWIPhysicalfReviewfLettersUI2015UI[[bUI[bd[Zb 7.4 12

55  rendsIinIotomicIodsorptionIonI“ta†Q[[[RI ransitionI†etalIpimetallicI–urfaceIOverlayersWIJournalf
offPhysicalfChemistryfCUI2014UI[[fUIfab]Vfabg 3.8 12

54 †olecularIoriginsIofIsurfaceIpoisoningIduringIqOIoxidationIoverI•uO]Q[I[IZRWISurfacefScienceUI2009UI
dZaUIzg[Vzgb 1.8 12

53 yineticsIofIslementaryI•eactionsIinItheIqhainIqhlorinationIofIqyclopropaneWIJournalfoffPhysicalf
ChemistryfAUI2003UI[ZeUI]ZZaV]Z[Z 2.8 12

52 otmosphericIchemistryIofIvtqV[abaWIyineticIandImechanisticIstudyIofItheIqtaqtvO]T‘O]I
reactionWIChemicalfPhysicsfLettersUI1994UI]]cUIaecVafZ 2.5 11

WilliamuFuSchneider

10



51 qomparisonIofIqoverageVrependentIpindingIsnergyI†odelsIforI†eanVtieldI†icrokineticI•ateI
“redictionsWILangmuirUI2020UIadUIbdcVbeb 4 11

50 qomparativeIchemistriesIofIqOIandI‘OIoxidationIoverI•uO]Q[[ZRhIinsightsIfromIfirstVprinciplesI
thermodynamicsIandIkineticsWIMolecularfSimulationUI2012UIafUId[cVdaZ 2 10

49 oqueousI‘]OI•eductionIwithIv]IOverI“dVpasedIqatalysthI†echanisticIwnsightsItromIsxperimentI
andI–imulationWITopicsfinfCatalysisUI2012UIccUIaZZVa[] 2.3 10

48 qomputationalIqomparisonIofI etheringI–trategiesIforIomineItunctionalisedIwonicIziquidsWIACSf
SymposiumfSeriesUI2010UIb[gVbaZ 0.4 10

47 •eplyItoIKqommentIonItheI hermochemistryIofItheIqtaOI•adicalIandIqtaOvKWIThefJournalfoff
PhysicalfChemistryUI1994UIgfUI]][eV]][f 10

46 slectronicIstructureIofIasymmetricImetalVmetalImultipleIbondshItheId]VddImolybdenumI
phosphineValkoxideIcomplexesIαb†oV†oQ“haRbIQαIkIOvUIqlRWIInorganicfChemistryUI1989UI]fUIa]g]Va]gd 5.1 10

45 sffectsIofIprˆ‚nstedIacidIsiteIproximityIinIchabaziteIzeolitesIonIOvIinfraredIspectraIandIprotolyticI
propaneIcrackingIkineticsWIJournalfoffCatalysisUI2021UIagcUI][ZV]]d 7.3 10

44 “erformanceIimplicationsIofIchemicalIabsorptionIforItheIcarbonVdioxideVcofluidIrefrigerationIcycleWI
InternationalfJournalfoffRefrigerationUI2014UIbdUI[gdV]Zd 3.8 9

43 •esponseItoIqommentIonIâ��qriticalI•eviewIofI“dVpasedIqatalyticI reatmentIofI“riorityI
qontaminantsIinI−aterâ��WIEnvironmentalfSciencefmamp;fTechnologyUI2012UIbdUI[[bdgV[[beZ 10.3 9

42 rt IqomparisonIofI‘V‘itrosodimethylamineIrecompositionI“athwaysIOverI‘iIandI“dWI
ChemCatChemUI2011UIaUIfgfVgZa 5.2 9

41 qvo“ s•I]htirstVprinciplesI hermodynamicI†odelsIinIveterogeneousIqatalysisWIRSCfCatalysisfSeriesUcgV[[c0.3 8

40
sxperimentalIandIcomputationalIinvestigationIofIgasVphaseIreactionIofIchlorineIwithInVpropanolhI
observationIofIchloropropanolIconformationalIisomerizationIatIroomItemperatureWIJournalfoff
PhysicalfChemistryfAUI2008UI[[]UI]eeaVf[

2.8 8

39 oIthermogravimetricIdeterminationIofIdispersedIandIbulkVlikeIbariumIspeciesIsupportedIonI
˛‡ValuminaWIJournalfoffMaterialsfChemistryUI2005UI[cUIaddVadf 8

38 –imulatedIperformanceIandIcofluidIdependenceIofIaIqO]VcofluidIrefrigerationIcycleIwithIwetI
compressionWIInternationalfJournalfoffRefrigerationUI2002UI]cUI[[]aV[[ad 3.8 8

37 vybridIqomputationalI–trategyIforI“redictingIqO]I–olubilitiesIinI•eactiveIwonicIziquidsWIJournalfoff
PhysicalfChemistryfCUI2018UI[]]UI[b][aV[b]][ 3.8 8

36 “lasmaIqatalysisIforIommoniaI–ynthesishIoI†icrokineticI†odelingI–tudyIonItheIqontributionsIofI
sleyâ��•idealI•eactionsWIACSfSustainablefChemistryfandfEngineeringU 8.3 8

35 −aterV†ediatedI•eductionIofIoqueousI‘V‘itrosodimethylamineIwithI“dWIEnvironmentalfSciencef
mamp;fTechnologyUI2019UIcaUIecc[Vecda 10.3 7

34
sxperimentalIandIqomputationalIwnvestigationIofItheI•oleIofI“IinI†oderatingIsthaneI
rehydrogenationI“erformanceIoverI‘iVpasedIqatalystsWIIndustrialfmamp;fEngineeringfChemistryf
ResearchUI2020UIcgUI[]dddV[]ded

3.9 7

(2020-2020)

11



33 qommentIonItheIotmosphericIqhemistryIofIt‘OWIThefJournalfoffPhysicalfChemistryUI1994UIgfUI[ZaeaV[Zaea 7

32
qonfigurationalIcontrolIinIcatalysishI“erspectiveIonIvessIetIalWUIOneVdimensionalIconfinementIinI
heterogeneousIcatalysishI rappedIoxygenIonI•uO]Q[[ZRImodelIcatalystsWISurfacefScienceUI2012UI
dZdUI[ac[V[ac]

1.8 6

31 qtaqvQO‘ORqtahI–ynthesisUIw•IspectrumUIandIuseIasIOvIradicalIsourceIforIkineticIandImechanisticI
studiesWIInternationalfJournalfoffChemicalfKineticsUI2003UIacUI[cgV[dc 1.4 6

30  hermodynamicIandIqycleI†odelsIforIaIzowV“ressureIqO]I•efrigerationIqycleI1999UI 6

29 qOIoxidationIcatalyzedIbyIquVexchangedIzeoliteshIaIdensityIfunctionalItheoryIstudyWICatalysisf
LettersUI1999UId[UI[egV[fd 2.8 6

28 †achineIzearningWIJournalfoffPhysicalfChemistryfAUI2018UI[]]UIfeg 2.8 5

27 qycleV†odelIossessmentIofI−orkingItluidsIforIaIzowV“ressureIqO]IqlimateIqontrolI–ystemI2000UI 4

26 qommentIonIKobIwnitioI–tudyIofItheIobstractionI•eactionsIofIqtaOKWIThefJournalfoffPhysicalf
ChemistryUI1995UIggUIbacaVbaca 4

25 pandIonticrossingIinIriluteIuermaniumIqarbidesI·singIvybridIrensityItunctionalsWIJournalfoff
ElectronicfMaterialsUI2016UIbcUI][][V][]d 1.9 4

24 qharacteristicsIofIwmpactfulIqomputationalIqontributionsItoI heIxournalIofI“hysicalIqhemistryIqWI
JournalfoffPhysicalfChemistryfCUI2020UI[]bUI[acZgV[ac[Z 3.8 3

23 †achineIzearningWIJournalfoffPhysicalfChemistryfLettersUI2018UIgUIcdg 6.4 3

22  ransferableItorceItieldIforI−aterIodsorptionIinIqationVsxchangedI itanosilicatesWIIndustrialfmamp;f
EngineeringfChemistryfResearchUI2007UIbdUIcecbVcedc 3.9 3

21 occountingIforIelectronâ��electronIandIelectronâ��latticeIeffectsIinIconjugatedIchainsIandIringsWI
JournalfoffChemicalfPhysicsUI1996UI[ZbUIgc[[Vgc]e 3.9 3

20 wnelasticI‘eutronI–catteringIObservationIofI“lasmaV“romotedI‘itrogenI•eductionIwntermediatesI
onI‘iX˛‡Vol]OaWIACSfEnergyfLettersUI2021UIdUI]ZbfV]Zca 20.1 3

19 odsorbateItreeIsnergiesIfromIrt VrerivedI ranslationalIsnergyIzandscapesWIJournalfoffPhysicalf
ChemistryfCUI2021UI[]cUI]Zaa[V]Zab] 3.8 3

18 †achineIzearningWIJournalfoffPhysicalfChemistryfBUI2018UI[]]UI[abe 3.4 2

17 qatalysisIbyIresignIVI heoreticalIandIsxperimentalI–tudiesIofI†odelIqatalystsI2007UI 2

16 qOIandIqavdIpoisoningIofIhydrogenIpermeationIacrossI“deeog]aIalloyImembraneshIoIcomparativeI
studyIwithIpureIpalladiumWIChemicalfEngineeringfJournalUI2022UIbaZUI[aaZfZ 14.7 2

WilliamuFuSchneider

12



15  heI“eriodicI ableWIJournalfoffPhysicalfChemistryfAUI2019UI[]aUIcfaeVcfbf 2.8 1

14  heIx“qI“eriodicI ableWIJournalfoffPhysicalfChemistryfCUI2019UI[]aUI[eZdaV[eZeb 3.8 1

13  heIx“qI“eriodicI ableWIJournalfoffPhysicalfChemistryfLettersUI2019UI[ZUIbZc[VbZd] 6.4 1

12 ‘ewI“hysicalIwnsightsIfromIaIqomputationalIqatalysisI“erspectiveWIJournalfoffPhysicalfChemistryfCUI
2017UI[][UI[cbg[V[cbg] 3.8 1

11 qonsequencesIofIadsorbateVadsorbateIinteractionsIforIapparentIkineticsIofIsurfaceIcatalyticI
reactionsWIJournalfoffCatalysisUI2022UIbZcUIb[ZVb[f 7.3 1

10 ObservationIandIrationalizationIofInitrogenIoxidationIenabledIonlyIbyIcoupledIplasmaIandI
catalystWWINaturefCommunicationsUI2022UI[aUIbZ] 17.4 1

9 –upercellI†odelsIofIprˆ‚nstedIandIzewisI–itesIinIZeolitesI2020UI[accV[aec 1

8 “lasmaVcatalystImodelingIforImaterialsIselectionhIchallengesIandIopportunitiesIinInitrogenI
oxidationWIJournalfPhysicsfD:fAppliedfPhysicsUI2021UIcbUIbcbZZb 3 1

7 rt IandI†icrokineticIqomparisonIofI•uVropedI“orphyrinVlikeIurapheneIandI‘anotubesItowardI
qatalyticItormicIocidIrecompositionIandItormationWIJournalfoffPhysicalfChemistryfCUI2021UI[]cUI[fdeaV[fdfa3.8 0

6 otmosphericIqhemistryIandIsnvironmentalIwmpactIofIvydrofluorocarbonsIandI
vydrochlorofluorocarbonsWIACSfSymposiumfSeriesUI1997UI[dVaZ 0.4

5  heoreticalIospectsIofIOxideI“articleI–tabilityIandIqhemicalI•eactivityI2006UI]fgVaZg

4 rensityIfunctionalItheoryIstudiesIofIquVzeoliteIdeV‘OxIcatalystsWIJournalfoffComputeruAidedf
MaterialsfDesignUI1996UIaUI][ZV][]

3 qomputationalI–creeningIforIwmprovedIveterogeneousIqatalystsIandIslectrocatalysts[agV[cg

2 tirstV“rinciplesIopproachesItoI·nderstandingIveterogeneousIqatalysis[[cV[af

1 –upercellI†odelsIofIprˆ‚nstedIandIzewisI–itesIinIZeolitesI2018UI[V][

ListuofuPublications

13


