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173 p—”Xu—x”KandKdensityKfunctionalKtheoryKstudyKofKtheKstructuresWKenergeticsWKandKvibrationalKspectraK
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ahWKfgbgXce 4 77

165 }olecularKlevelKinvestigationsKofKphosphateKsorptionKonKcorundumKS˛–XplaObTKbyKb^PKsolidKstateK
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uerrihydriteK–urfacesZKEnvironmentaldSciencedkamp;dTechnologyWK2016WKd]WKg]efXfe 10.3 73

159 }olecularKdynamicsKsimulationKstudyKofKxyloglucanKadsorptionKonKcelluloseKsurfacesiKeffectsKofK
surfaceKhydrophobicityKandKsideXchainKvariationZKCelluloseWK2014WKa^WK^]adX^]bh 5.5 69
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157 relluloseKmicrofibrilKtwistWKmechanicsWKandKimplicationKforKcelluloseKbiosynthesisZKJournaldofdPhysicald
ChemistrydAWK2013WK^^fWKadg]Xh 2.8 67
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MaterialsWK2009WKa^WKdfafXdfca 9.6 66

155 PeriodicKdensityKfunctionalKtheoryKcalculationsKofKbulkKandKtheKS]^]TKsurfaceKofKgoethiteZK
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JournaldofdPhysicaldChemistrydCWK2011WK^^dWKdfdeXdfee 3.8 59
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tffectKofKdehydrationKonKsulfateKcoordinationKandKspeciationKatKtheKueXShydrToxideXwaterKinterfaceiK
aKmolecularKorbital[densityKfunctionalKtheoryKandKuourierKtransformKinfraredKspectroscopicK
investigationZKLangmuirWK2005WKa^WK^^]f^Xg

4 59

148 sifferentialKpairKdistributionKfunctionKstudyKofKtheKstructureKofKarsenateKadsorbedKonK
nanocrystallineK˛‡XaluminaZKEnvironmentaldSciencedkamp;dTechnologyWK2011WKcdWKhegfXha 10.3 58

147 OriginKofK†anoscaleKPhaseK–tabilityK”eversalsKinK—itaniumKOxideKPolymorphsZKJournaldofdPhysicald
ChemistrydCWK2009WK^^bWKcac]Xcacd 3.8 58

146 “uantumKchemicalKcalculationsKofKsulfateKadsorptionKatKtheKplXKandKueXShydrToxideXwa]K
interfaceXestimationKofKgibbsKfreeKenergiesZKEnvironmentaldSciencedkamp;dTechnologyWK2006WKc]WKff^fXac 10.3 58
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andKbiomolecularKspeciesZKChemistrydCentraldJournalWK2009WKbWK^] 57
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PhysicaldChemistrydAWK2001WK^]dWKgfdeXgfea

2.8 55
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spectroscopyZKLangmuirWK2010WKaeWKcfdbXe^ 4 54
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James D Kubicki

4
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2.8 51

135 wighK—emperatureK}icroelectrophoresisK–tudiesKofKtheK”utile[pqueousK–olutionKxnterfaceZK
LangmuirWK2003WK^hWKbfhfXbg]c 4 48

134 prsenicKpdsorptionKontoK}ineralsiKronnectingKtxperimentalKObservationsKwithKsensityKuunctionalK
—heoryKralculationsZKMineralsdmBaselrdSwitzerlandnWK2014WKcWKa]gXac] 2.4 47
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orthosilicicKacidKinKbasicKsolutionZKGeochimicadEtdCosmochimicadActaWK1993WKdfWKbgcfXbgdb 5.5 47

130 —heK–hapeKofK†ativeKPlantKrelluloseK}icrofibrilsZKScientificdReportsWK2018WKgWK^bhgb 4.9 47

129 }olecularKsimulationsKofKbenzeneKandKPpwKinteractionsKwithKsootZKEnvironmentaldSciencedkamp;d
TechnologyWK2006WKc]WKaahgXb]b 10.3 45

128 uourXmemberedKringsKinKsilicaKandKaluminosilicateKglassesZKAmericandMineralogistWK1996WKg^WKaedXafa 2.9 45

127 pK†ewKwypothesisKforKtheKsissolutionK}echanismKofK–ilicatesZKJournaldofdPhysicaldChemistrydCWK2012WK
^^eWK^fcfhX^fch^ 3.8 44

126
}olecularKdynamicsKsimulationsKofKtheKinteractionsKbetweenK—iOaKnanoparticlesKandKwaterKwithK
†aVKandKrlâ��WKmethanolWKandKformicKacidKusingKaKreactiveKforceKfieldZKJournaldofdMaterialsdResearchWK
2013WKagWKd^bXda]

2.5 44

125 VibrationalKsensityKofK–tatesKofK–tronglyKwXqondedKxnterfacialKWateriKxnsightsKfromKxnelasticK
†eutronK–catteringKandK—heoryZKJournaldofdPhysicaldChemistrydCWK2014WK^^gWK^]g]dX^]g^b 3.8 43

124 pluminumKcoprecipitatesKwithKueKShydrToxidesiKsoesKisomorphousKsubstitutionKofKplbVKforKuebVKinK
goethiteKoccurnZKGeochimicadEtdCosmochimicadActaWK2011WKfdWKceefXcegb 5.5 43

123 }olecularKclusterKmodelsKofKaluminumKoxideKandKaluminumKhydroxideKsurfacesZKAmericand
MineralogistWK1998WKgbWK^]dcX^]ee 2.9 43

122 }olecularKorbitalKmodelsKofKaqueousKaluminumXacetateKcomplexesZKGeochimicadEtdCosmochimicad
ActaWK1996WKe]WKcghfXch^^ 5.5 43
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121 rommentKonKâ��–tructureKandKdynamicsKofKliquidKwaterKonKrutileK—iOaS^^]Tâ��ZKPhysicaldReviewdBWK2012WK
gdWK 3.3 42

120 PhotodissolutionKofKferrihydriteKinKtheKpresenceKofKoxalicKacidiKanKinKsituKp—”Xu—x”[su—KstudyZK
LangmuirWK2010WKaeWK^eaceXdb 4 42

119 PhotoinducedKactivationKofKrOaKonK—iOaKsurfacesiK“uantumKchemicalKmodelingKofKrOaKadsorptionK
onKoxygenKvacanciesZKFueldProcessingdTechnologyWK2011WKhaWKg]dXg^^ 7.2 42

118 –ulphateKadsorptionKatKtheKueKShydrToxideâ��waOKinterfaceiKcomparisonKofKclusterKandKperiodicKslabK
su—KpredictionsZKEuropeandJournaldofdSoildScienceWK2007WKdgWKhfgXhgg 3.4 42

117 vasXPhaseKpciditiesKofK—etrahedralKOxyacidsKfromKabKxnitioKtlectronicK–tructureK—heoryZKJournaldofd
PhysicaldChemistrydAWK2000WK^]cWKc]d^Xc]df 2.8 40

116 }echanisticKaspectsKofKpyriteKoxidationKinKanKoxidizingKgaseousKenvironmentiKanKinKsituKwp—”Xx”K
isotopeKstudyZKEnvironmentaldSciencedkamp;dTechnologyWK2005WKbhWKfdfeXgc 10.3 39

115 }olecularKorbitalKtheoryKstudyKonKsurfaceKcomplexKstructuresKofKglyphosateKonKgoethiteiK
calculationKofKvibrationalKfrequenciesZKEnvironmentaldSciencedkamp;dTechnologyWK2006WKc]WKbgbeXc^ 10.3 39

114 –tructuralKrolesKofKrOaKandKαrObγaâ��KinKfullyKpolymerizedKsodiumKaluminosilicateKmeltsKandKglassesZK
GeochimicadEtdCosmochimicadActaWK1995WKdhWKegbXehg 5.5 38

113 “uantumKmechanicalKmodelingKofKtheKstructuresWKenergeticsKandKspectralKpropertiesKofKx˛–KandKx˛†K
celluloseZKCelluloseWK2013WKa]WKhXab 5.5 36

112
romparisonKofKmultistandardKandK—}–XstandardKcalculatedK†}”KshiftsKforKconiferylKalcoholKandK
applicationKofKtheKmultistandardKmethodKtoKligninKdimersZKJournaldofdPhysicaldChemistrydBWK2011WK
^^dWK^hdgXf]

3.4 36

111 –tructuralKfactorsKaffectingK^brK†}”KchemicalKshiftsKofKcelluloseiKaKcomputationalKstudyZKCelluloseWK
2018WKadWKabXbe 5.5 35

110 xnteractionsKofKbiopolymersKwithKsilicaKsurfacesiKuorceKmeasurementsKandKelectronicKstructureK
calculationKstudiesZKGeochimicadEtdCosmochimicadActaWK2006WKf]WKbg]bXbg^h 5.5 34

109 xnKsituKstructuralKcharacterizationKofKferricKironKdimersKinKaqueousKsolutionsiKidentificationKofK˛…XoxoK
speciesZKInorganicdChemistryWK2013WKdaWKefggXhf 5.1 33

108 –olidXstateK†}”KandKcomputationalKchemistryKstudyKofKmononucleotidesKadsorbedKtoKaluminaZK
LangmuirWK2006WKaaWKhag^Xe 4 33

107 –pectroscopyKandK ltrafastKVibrationalKsynamicsKofK–tronglyKwydrogenKqondedKOwK–peciesKatKtheK
˛–XplaObS^^aK]T[waOKxnterfaceZKJournaldofdPhysicaldChemistrydCWK2016WK^a]WK^e^dbX^e^e^ 3.8 33

106 uasterKprotonKtransferKdynamicsKofKwaterKonK–nOaKcomparedKtoK—iOaZKJournaldofdChemicaldPhysicsWK
2011WK^bcWK]ccf]e 3.9 32

105 }olecularKorbitalKmodelingKofKaqueousKorganosiliconKcomplexesiKimplicationsKforKsilicaK
biomineralizationZKGeochimicadEtdCosmochimicadActaWK2003WKefWKc^^bXc^a^ 5.5 32

104 tffectKofKxonsKonKwXqondK–tructureKandKsynamicsKatKtheK“uartzS^]^TXWaterKxnterfaceZKLangmuirWK
2016WKbaWK^^bdbX^^bed 4 31
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103 }odelingKWaterKpdsorptionKonK”utileKS^^]TK singKvanKderKWaalsKsensityKuunctionalKandKsu—V K
}ethodsZKJournaldofdPhysicaldChemistrydCWK2013WK^^fWKabebgXabecc 3.8 31

102 }olecularKorbitalKcalculationsKforKmodelingKacetateXaluminosilicateKadsorptionKandKdissolutionK
reactionsZKGeochimicadEtdCosmochimicadActaWK1997WKe^WK^]b^X^]ce 5.5 31

101
pKdensityKfunctionalKtheoryKinvestigationKofKoxalateKandKueSxxTKadsorptionKontoKtheKS]^]TKgoethiteK
surfaceKwithKimplicationsKforKligandXKandKreductionXpromotedKdissolutionZKChemicaldGeologyWK2017WK
cecWK^cXaa

4.2 30

100
}PaWKdensityKfunctionalKtheoryWKandKmolecularKmechanicalKcalculationsKofKrXwZZZpiKandKhydrogenK
bondKinteractionsKinKaKcelluloseXbindingKmoduleXcelluloseKmodelKsystemZKCarbohydratedResearchWK
2010WKbcdWK^fc^Xd^

2.9 30

99 }olecularKmodelsKofKbirnessiteKandKrelatedKhydratedKlayeredKmineralsZKAmericandMineralogistWK2012WK
hfWK^d]dX^d^c 2.9 29

98 uourierXtransformKinfraredKspectroscopyKSu—x”TKanalysisKofKtriclinicKandKhexagonalKbirnessitesZK
SpectrochimicadActadsdPartdA:dMoleculardanddBiomoleculardSpectroscopyWK2017WK^fgWKbaXce 4.4 27

97 xdentificationKandKcharacterizationKofKaKcelluloseKbindingKheptapeptideKrevealedKbyKphageKdisplayZK
BiomacromoleculesWK2013WK^cWK^fhdXg]d 6.9 27

96 –tudyKofKaKuamilyKofKc]KwydroxylatedK˛†XrristobaliteK–urfacesK singKtmpiricalKPotentialKtnergyK
uunctionsZKJournaldofdPhysicaldChemistrydCWK2007WK^^^WKd^ehXd^ff 3.8 27

95 ”bVKpdsorptionKatKtheK“uartzS^]^Tâ��pqueousKxnterfaceiKromparisonKofK”esonantKpnomalousK₂XrayK
”eflectivityKwithKabKxnitioKralculationsZKJournaldofdPhysicaldChemistrydCWK2015WK^^hWKcffgXcfgg 3.8 26

94 }olecularKorbitalKcalculationsKonKtheKvibrationalKspectraKofK“bK—XSOwTKspeciesKandKtheKhydrolysisKofK
aKthreeXmemberedKaluminosilicateKringZKGeochimicadEtdCosmochimicadActaWK1995WKdhWKcfh^Xcfhf 5.5 26

93 rhemicalKdiffusionKinKmeltsKonKtheKra}g–iaOeXrapla–iaOgKjoinKunderKhighKpressuresZKGeochimicadEtd
CosmochimicadActaWK1990WKdcWKaf]hXaf^d 5.5 26

92 qindingKveometriesKofK–ilicateK–peciesKonKuerrihydriteK–urfacesZKACSdEarthdanddSpacedChemistryWK
2018WKaWK^adX^bc 3.2 25

91
“uantumKmechanicalKcalculationsKonKcelluloseâ��waterKinteractionsiKstructuresWKenergeticsWK
vibrationalKfrequenciesKandK†}”KchemicalKshiftsKforKsurfacesKofKx˛–KandKx˛†KcelluloseZKCelluloseWK2014WK
a^WKh]hXhae

5.5 25

90 romparisonKofKcationKadsorptionKbyKisostructuralKrutileKandKcassiteriteZKLangmuirWK2011WKafWKcdgdXhb 4 25

89
pbKinitioKcalculationKofK^wWK^fOWKafplKandKah–iK†}”KparametersWKvibrationalKfrequenciesKandK
bondingKenergeticsKinKhydrousKsilicaKandK†aXaluminosilicateKglassesZKGeochimicadEtdCosmochimicad
ActaWK2004WKegWKbh]hXbh^g

5.5 23

88 ralculatedKtrendsKofKohKinfraredKstretchingKvibrationsKwithKcompositionKandKstructureKinK
aluminosilicateKmoleculesZKPhysicsdanddChemistrydofdMineralsWK1993WKa]WKcad 1.6 23

87
–tructureKandKreactivityKofKoxalateKsurfaceKcomplexesKonKlepidocrociteKderivedKfromKinfraredK
spectroscopyWKsu—XcalculationsWKadsorptionWKdissolutionKandKphotochemicalKexperimentsZK
GeochimicadEtdCosmochimicadActaWK2018WKaaeWKaccXaea

5.5 22

86
”eplyKtoKtheKcommentKbyK–ZrZKzohnWK}ZtZK–mithWKandK”ZKsupreeKonKâ��pKmodelKforKwaOKsolubilityK
mechanismsKinKalbiteKmeltsKfromKinfraredKspectroscopyKandKmolecularKorbitalKcalculationsâ��ZK
GeochimicadEtdCosmochimicadActaWK1994WKdgWK^bg^X^bgc

5.5 22

(1994-2013)
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85 pKsu—KstudyKofKvibrationalKfrequenciesKandK^brK†}”KchemicalKshiftsKofKmodelKcellulosicKfragmentsK
asKaKfunctionKofKsizeZKCelluloseWK2014WKa^WKdbXf] 5.5 20

84 pnKintegratedKflowKmicrocalorimetryWKinfraredKspectroscopyKandKdensityKfunctionalKtheoryKapproachK
toKtheKstudyKofKchromateKcomplexationKonKhematiteKandKferrihdyriteZKChemicaldGeologyWK2017WKcecWKabXbb4.2 19

83 sensityKfunctionalKtheoryKmodelingKofKchromateKadsorptionKontoKferrihydriteKnanoparticlesZK
GeochemicaldTransactionsWK2018WK^hWKg 3 19

82 PlagioclaseKdissolutionKduringKrOâ��X–Oâ��KcosequestrationiKeffectsKofKsulfateZKEnvironmentaldScienced
kamp;dTechnologyWK2015WKchWK^hceXdc 10.3 19

81 ”eductiveKdissolutionKofKferrihydriteKbyKascorbicKacidKandKtheKinhibitingKeffectKofKphospholipidZK
JournaldofdColloiddanddInterfacedScienceWK2010WKbc^WKa^dXab 9.3 19

80 xnfluenceKofKglycosidicKlinkageKneighborsKonKdisaccharideKconformationKinKvacuumZKJournaldofd
PhysicaldChemistrydBWK2007WK^^^WK^bffdXgd 3.4 19

79 seprotonationKenergiesKofKaKmodelKfulvicKacidZKxZKrarboxylicKacidKgroupsZKGeochimicadEtd
CosmochimicadActaWK2006WKf]WKccXdd 5.5 18

78 romparisonKofKpsSxxxTKandKpsSVTKromplexationKontoKplXKandKueXwydroxidesZKACSdSymposiumdSeriesWK
2005WK^]cX^^f 0.4 18

77 –ustainableKdevelopmentKofKaKsurfaceXfunctionalizedKmesoporousKaluminosilicateKwithKultraXhighK
ionKexchangeKefficiencyZKInorganicdChemistrydFrontiersWK2016WKbWKd]aXd^b 6.8 17

76 pdsorptionKofKcarbonKdioxideKonKpl[ueKoxyhydroxideZKJournaldofdColloiddanddInterfacedScienceWK2013WK
c]]WK^X^] 9.3 17

75 pdsorptionKofKnitrateKonKkaoliniteKsurfacesiKaKtheoreticalKstudyZKJournaldofdPhysicaldChemistrydBWK
2012WK^^eWK^^aeeXfb 3.4 17

74  VK”esonanceK”amanK–pectraKandK}olecularKOrbitalKralculationsKofK–alicylicKandKPhthalicKpcidsK
romplexedKtoKplbVKinK–olutionKandKonK}ineralK–urfacesZKJournaldofdPhysicaldChemistrydAWK2004WK^]gWK^^dg]X^^dh]2.8 17

73 wydrogenKisotopeKexchangeKkineticsKbetweenKwaOKandKwc–iOcKfromKabKinitioKcalculationsZK
GeochimicadEtdCosmochimicadActaWK2003WKefWK^adhX^afe 5.5 17

72 rharacterisationKofKgalliumSxxxTXacetateKcomplexesKinKaqueousKsolutioniKpKpotentiometricWKt₂pu–WKx”K
andKmolecularKorbitalKmodellingKstudyZKDaltondTransactionsdRSCWK2002WKaddhXadec 17

71 prabinoseKsubstitutionKeffectKonKxylanKrigidityKandKselfXaggregationZKCelluloseWK2019WKaeWKaaefXaafg 5.5 17

70 –ingleX–iteKandK}onolayerK–urfaceKwydrationKtnergyKofKpnataseKandK”utileK†anoparticlesK singK
sensityKuunctionalK—heoryZKJournaldofdPhysicaldChemistrydCWK2013WK^^fWKae]gcXae]h] 3.8 16

69 xnteractionsKbetweenKaromaticKhydrocarbonsKandKfunctionalizedKre]KfullerenesKâ��KinsightsKfromK
experimentalKdataKandKmolecularKmodellingZKEnvironmentaldScience:dNanoWK2017WKcWK^]cdX^]db 7.1 15

68 “uantumK}echanicalK}odelingKofKtheKVibrationalK–pectraKofK}ineralsKwithKaKuocusKonKrlaysZK
MineralsdmBaselrdSwitzerlandnWK2019WKhWK^c^ 2.4 15

James D Kubicki
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67 sescriptionKofK}gaVK”eleaseKfromKuorsteriteK singKpbKxnitioK}ethodsâ� ZKJournaldofdPhysicald
ChemistrydCWK2010WK^^cWKdc^fXdcag 3.8 15

66 tffectKofKaminoKacidsKonKtheKprecipitationKkineticsKandKraKisotopicKcompositionKofKgypsumZK
GeochimicadEtdCosmochimicadActaWK2017WKa^gWKbcbXbec 5.5 14

65 pKdensityKfunctionalKtheoryKstudyKonKtheKshapeKofKtheKprimaryKcelluloseKmicrofibrilKinKplantsiKeffectsK
ofKreKexocyclicKgroupKconformationKandKwXbondingZKCelluloseWK2020WKafWKabghXac]a 5.5 14

64 xnitiationWKtlongationWKandK—erminationKofKqacterialKrelluloseK–ynthesisZKACSdOmegaWK2018WKbWKaeh]Xaehg 3.9 13

63 ronstraintsKonKS{rmKx}betaTKcelluloseKtwistKfromKsu—KcalculationsKofKSμ{^b}hboxK{r}TK†}”KchemicalK
shiftsZKCelluloseWK2014WKa^WKbhfhXbhh^ 5.5 13

62 wowKrelluloseKtlongatesXXpK“}[}}K–tudyKofKtheK}olecularK}echanismKofKrelluloseK
PolymerizationKinKqacterialKrt–pZKJournaldofdPhysicaldChemistrydBWK2015WK^^hWKedadXbd 3.4 12

61 tvaluationKofKpotentialKreactionKmechanismsKleadingKtoKtheKformationKofKconiferylKalcoholK
˛–XlinkagesKinKligniniKaKdensityKfunctionalKtheoryKstudyZKPhysicaldChemistrydChemicaldPhysicsWK2011WK^bWKa]hfcXgd3.6 12

60
rorrelationKofKobservedKandKmodelKvibrationalKfrequenciesKforKaqueousKorganicKacidsiK VK
resonanceK”amanKspectraKandKmolecularKorbitalKcalculationsKofKbenzoicWKsalicylicWKandKphthalicKacidsZK
SpectrochimicadActadsdPartdA:dMoleculardanddBiomoleculardSpectroscopyWK2005WKe^WKaeaaXbb

4.4 12

59 }olecularKmodelsKofKbenzeneKandKselectedKpolycyclicKaromaticKhydrocarbonsKinKtheKaqueousKandK
adsorbedKstatesZKEnvironmentaldToxicologydanddChemistryWK1999WK^gWK^edeX^eea 3.8 12

58 pnKevaluationKofKtheKstructuresKofKcelluloseKgeneratedKbyKtheKrwp”}}KforceKfieldiKcomparisonsKtoK
inKplantaKcelluloseZKCelluloseWK2018WKadWKbfddXbfff 5.5 11

57 rompetitiveKpdsorptionKofKpceticKpcidKandKWaterKonKzaoliniteZKJournaldofdPhysicaldChemistrydAWK2016
WK^a]WKgbbhXgbce 2.8 11

56 xnteractionKenergyKandKtheKshiftKinKOwKstretchKfrequencyKonKhydrogenKbondingKforKtheKwaOKXXmKwaOWK
rwbOwKXXmKwaOWKandKwaOKXXmKrwbOwKdimersZKJournaldofdComputationaldChemistryWK2010WKb^WKhebXfa 3.5 11

55 OxygenKisotopeKexchangeKkineticsKbetweenKwaOKandKwc–iOcKfromKabKinitioKcalculationsZKGeochimicad
EtdCosmochimicadActaWK2004WKegWKhchXhdg 5.5 11

54 romputationalKchemistryKappliedKtoKstudiesKofKorganicKcontaminantsKinKtheKenvironmentiKtxamplesK
basedKonKbenzoαaγpyreneZKNumerischedMathematikWK2005WKb]dWKea^Xecc 5.3 11

53 }olecularKOrbitalK}odelingKandK—ransitionK–tateK—heoryKinKveochemistryZKReviewsdindMineralogydandd
GeochemistryWK2001WKcaWKcgdXdb^ 7.1 11

52 xnterpretationKofKVibrationalK–pectraK singK}olecularKOrbitalK—heoryKralculationsZKReviewsdind
MineralogydanddGeochemistryWK2001WKcaWKcdhXcgb 7.1 11

51 “uantumKmechanicalKmodelingKofKhydrolysisKandKwaOXexchangeKinK}gXWKraXWKandK†isilicateKclustersiK
xmplicationsKforKdissolutionKmechanismsKofKolivineKmineralsZKAmericandMineralogistWK2014WKhhWKab]bXab^a 2.9 10

50 }olecularKmodelingKofKplbVKandKbenzeneKinteractionsKwithK–uwanneeKfulvicKacidZKGeochimicadEtd
CosmochimicadActaWK2007WKf^WKbgdhXbgf^ 5.5 10

(2007-2010)
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49 pKmechanismKforKcarbonKisotopeKexchangeKbetweenKaqueousKaceticKacidKandKiKpnKabKinitioKstudyZK
OrganicdGeochemistryWK2005WKbeWKgbdXgd] 3.1 10

48 –imultaneousKpdsorptionKandKxncorporationKofK–raVKatKtheKqariteKS]]^Tâ��WaterKxnterfaceZKJournaldofd
PhysicaldChemistrydCWK2019WK^abWK^^hcX^a]f 3.8 10

47 “uantumKmechanicalKcalculationsKonKueOwKnanoparticlesZKGeodermaWK2012WK^ghX^h]WKabeXaca 6.7 9

46 pdsorptionKofKZnaVKonKtheKS^^]TK–urfaceKofK—iOaKS”utileTiKpKsensityKuunctionalK}olecularKsynamicsK
–tudyZKJournaldofdPhysicaldChemistrydCWK2011WK^^dWKhe]gXhe^c 3.8 9

45 †}”KspectroscopyKofKcitrateKinKsolidsiKcrossXpolarizationKkineticsKinKweaklyKcoupledKsystemsZK
MagneticdResonancedindChemistryWK2008WKceWKc]gX^f 2.1 9

44 –imulationsKofKrelluloseK–ynthesisKxnitiationKandK—erminationKinKqacteriaZKJournaldofdPhysicald
ChemistrydBWK2019WK^abWKbehhXbf]d 3.4 8

43
pdsorptionK–tudyKofKplbVWKrrbVWKandK}naVKontoK“uartzKandKrorundumKusingKulowK}icrocalorimetryWK
“uartzKrrystalK}icrobalanceWKandKsensityKuunctionalK—heoryZKACSdEarthdanddSpacedChemistryWK2019WK
bWKcbaXcc^

3.2 8

42 txperimentalKstudyKofKstrontiumKadsorptionKonKanataseKnanoparticlesKasKaKfunctionKofKsizeKwithKaK
densityKfunctionalKtheoryKandKrsKmodelKinterpretationZKLangmuirWK2015WKb^WKf]bX^b 4 8

41 pnataseKnanoparticleKsurfaceKreactivityKinK†arlKmediaiKaKrsX} –xrKmodelKinterpretationKofK
combinedKexperimentalKandKdensityKfunctionalKtheoryKstudiesZKLangmuirWK2013WKahWKgdfaXgb 4 8

40 “uantumKmechanicalKinvestigationsKofKhemeKstructureKandKvibrationalKspectraiKeffectsKofK
conformationWKoxidationKstateWKandKelectricKfieldZKLangmuirWK2009WKadWKdcgXdc 4 8

39 “uantumKralculationsKonKPlantKrellKWallKromponentKxnteractionsZKInterdisciplinarydSciencesrd
ComputationaldLifedSciencesWK2019WK^^WKcgdXchd 3.5 8

38 –tereochemistryWKelutionKorderKandKmolecularKmodelingKofKfourKdiaergostanesKinKpetroleumZK
OrganicdGeochemistryWK2014WKfeWK^Xg 3.1 7

37 —owardsKligninXproteinKcrosslinkingiKaminoKacidKadductsKofKaKligninKmodelKquinoneKmethideZK
CelluloseWK2014WKa^WK^bhdX^c]f 5.5 7

36 uerrousKironKreductionKofKsuperoxideWKaKprotonXcoupledKelectronXtransferKfourXpointKtestZKJournaldofd
PhysicaldChemistrydAWK2009WK^^bWK^]a]Xd 2.8 7

35
”eductionKofK†aKbyKueaVKviaKhomogeneousKandKheterogeneousKreactionsKPartKaiKtheKroleKofKmetalK
bindingKinKactivatingK†aKforKreductionjKaKrequirementKforKbothKpreXbioticKandKbiologicalK
mechanismsZKOriginsdofdLifedanddEvolutiondofdBiospheresWK2008WKbgWK^hdXa]h

1.5 7

34 andK”ealX—imeKp—”Xu—x”K—emperatureXsependentKpdsorptionKzineticsKroupledKwithKsu—K
ralculationsKofKsimethylarsinateKandKprsenateKonKwematiteK†anoparticlesZKLangmuirWK2020WKbeWKcahhXcb]f4 6

33
romplexationKofKcarboxylKgroupsKinKbacterialKlipopolysaccharidesiKxnteractionsKofKwVWK}gaVWKraaVWK
rdaVWKandK OaaVKwithKzdoKandKgalacturonateKmoleculesKviaKquantumKmechanicalKcalculationsKandK
†}”KspectroscopyZKChemicaldGeologyWK2010WKafbWKddXfd

4.2 6

32 uirstKPrinciplesKtstimationKofKveochemicallyKxmportantK—ransitionK}etalKOxideKPropertiesK2016WK^]fX^ch 6

James D Kubicki
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31 vibbsiteKS^]]TKandKzaoliniteKS^]]TK–orptionKofKradmiumSxxTiKpKsensityKuunctionalK—heoryKandK₂p†t–K
–tudyKofK–tructuresKandKtnergiesZKJournaldofdPhysicaldChemistrydAWK2019WK^abWKeb^hXebbb 2.8 5

30
xnKsearchKofKOwâ��ˇ�KinteractionsKbetweenK^XmethylimidazoleKandKwaterKusingKaKcombinedK
computationalKquantumKchemistryKandKp—”Xu—x”KspectroscopyKapproachZKJournaldofdMoleculard
StructureWK2012WK^]aeWKfgXgf

3.4 5

29 –urfaceKscienceKstudiesKofKenvironmentallyKrelevantKironKSoxyThydroxidesKrangingKfromKtheKnanoKtoK
theKmacroXregimeZKSurfacedScienceWK2010WKe]cWK^]edX^]f^ 1.8 5

28 ^bZKxnterpretationKofKVibrationalK–pectraK singK}olecularKOrbitalK—heoryKralculationsK2001WKcdhXcgc 5

27 }ineralâ��WaterKxnteractionK2016WKaf^Xb]h 5

26 xntegratingKsensityKuunctionalK—heoryK}odelingKwithKtxperimentalKsataKtoK nderstandKandKPredictK
–orptionK”eactionsiKtxchangeKofK–alicylateKforKPhosphateKonKvoethiteZKSoildSystemsWK2020WKcWKaf 3.5 4

25 ”eactionK}echanismsKandK–olidâ��vasKPhaseK”eactionsiK—heoryKandKsensityKuunctionalK—heoryK
–imulationsZKReviewsdindMineralogydanddGeochemistryWK2018WKgcWKgdX^]^ 7.1 4

24 xnKsilicoKstructureKpredictionKofKfullXlengthKcottonKcelluloseKsynthaseKproteinKSvhrt–p^TKandKitsK
hierarchicalKcomplexesZKCelluloseWK2020WKafWKddhfXde^e 5.5 3

23 OrganicKandKrontaminantKveochemistryK2016WK^ffXacb 3

22 pdsorptionKofKOrganicKpcidsKandKPhosphateKtoKanKxronKSOxyhydrToxideK}ineraliKpKrombinedK
txperimentalKandKsensityKuunctionalK—heoryK–tudyZKJournaldofdPhysicaldChemistrydAWK2020WK^acWKbachXbae]2.8 3

21
tquilibriumKandKkineticKisotopicKfractionationKinKtheKrOaKhydrationKandKhydroxylationKreactionsiK
pnalysisKofKtheKroleKofKhydrogenXbondingKviaKquantumKmechanicalKcalculationsZKGeochimicadEtd
CosmochimicadActaWK2021WKahaWKbfXeb

5.5 3

20 romputationalK–pectroscopyKinKtnvironmentalKrhemistryK2010WKbabXbd^ 2

19 —heKroleKofKstructuredKwaterKinKtheKcalibrationKandKinterpretationKofKtheoreticalKx”KspectraZK
SpectrochimicadActadsdPartdA:dMoleculardanddBiomoleculardSpectroscopyWK2006WKedWKbacXba 4.4 2

18 sissolvedKorganicKcarbonXXcontaminantKinteractionKdescriptorsKfoundKbyKbsKforceKfieldKcalculationsZK
SARdanddQSARdindEnvironmentaldResearchWK2002WK^bWKaf^Xg] 3.5 2

17 }olecularKdynamicsKsimulationsKofKpericlaseKcrystallizationZKGeophysicaldResearchdLettersWK1993WKa]WKa^]bXa^]e4.9 2

16 uorceKuieldKppplicationKandKsevelopmentK2016WKbbXfd 2

15 romputationalKxsotopeKveochemistryK2016WK^d^X^fd 2

14 tvaluatingKromputationalKrhemistryK}ethodsKforKxsotopicKuractionationKbetweenKrOSgTKandKwOSgTZK
JournaldofdChemicaldInformationdanddModelingWK2019WKdhWKceebXceff 6.1 1

(2019-2019)
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13 tlectronicKstructureWKchemicalKbondingWKandKoxidationKnumbersKofKfirstXrowKtransitionKmetalsKinK
α}ePxmaγKcomplexesKandKtheirKcationsZKInternationaldJournaldofdQuantumdChemistryWK2011WK^^^WKbeb]Xbeca2.1 1

12 —ransitionK–tateK—heoryKandK}olecularKOrbitalKralculationsKpppliedKtoK”atesKandK”eactionK
}echanismsKinKveochemicalKzineticsK2008WKbhXfa 1

11 ralculatingKgasKphaseKenergiesKofKanK˛–S^â��cTKlinkedKdisaccharideiKelectronicKstructureKtheoryKandK
classicalKatomisticKsimulationZKComputationaldanddTheoreticaldChemistryWK2007WKg]eWKhXaa 1

10
â��—heoreticalKreactionKpathwaysKforKtheKformationKofKα–iSOwTdγ^XKandKtheKdeprotonationKofK
orthosilicicacidKinKbasicKsolutionZâ��KveochimicaKetKrosmochimicaKpctaZKGeochimicadEtdCosmochimicad
ActaWK1994WKdgWKafddXafde

5.5 1

9 }olecularKmodelsKofKbenzeneKandKselectedKpolycyclicKaromaticKhydrocarbonsKinKtheKaqueousKandK
adsorbedKstatesK1999WK^gWK^ede 1

8 sensityKuunctionalK—heoryKPredictionsKofK†oncovalentKwydrogenKxsotopeKtffectsKduringKOctaneK
–orptionKtoKaKzaoliniteK–urfaceZKACSdEarthdanddSpacedChemistryWK2020WKcWK^fdeX^fec 3.2 1

7 VibrationalK–pectroscopyKofK}ineralsK—hroughKpbKxnitioK}ethodsK2016WKbc^Xbfc 1

6 veochemicalKzineticsKviaKromputationalKrhemistryK2016WKbfdXc^c 1

5 zineticKanalysisKofKcelluloseKsynthaseKofKvluconacetobacterKhanseniiKinKwholeKcellsKandKinKpurifiedK
formZKEnzymedanddMicrobialdTechnologyWK2018WK^^hWKacXah 3.8 1

4 xntegratingKsensityKuunctionalK—heoryKralculationsKwithKVibrationalKandK†uclearK}agneticK
”esonanceK–pectroscopyZKACSdSymposiumdSeriesWK2019WKghX^]a 0.4

3 sensityKuunctionalK—ightXqindingK–imulationsK”evealKtheKPresenceKofK–urfaceKsefectsKonKtheK“uartzK
S^]^Tâ��WaterKxnterfaceZKJournaldofdPhysicaldChemistrydCWK2021WK^adWK^eaceX^eadd 3.8

2 PetroleumKveochemistryK2016WKacdXaeh

1 bZK”eactionK}echanismsKandK–olidâ��vasKPhaseK”eactionsiK—heoryKandKsensityKuunctionalK—heoryK
–imulationsK2018WKgdX^]a
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