
J Karl Johnson

ListjofjPublicationsjbyjCitations

Source:jhttps://exaly.com/authorypdf/4123617/jykarlyjohnsonypublicationsybyycitations.pdf

Version:j2024y04y10j

Thisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexaly.com.jForj

thejlatestjversionjofjthisjpublicationjlistxjvisitjthejlinkjgivenjabove.

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalxjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticle.

187
papers

13,054
citations

62
h-index

110
g-index

196
ext. papers

13,757
ext. citations

5
avg, IF

6.49
L-index



m Paper IF Citations

187 ₂heIzennardVxonesIequationIofIstateIrevisitedWIMoleculariPhysicsUI1993UIdeUIbfZVcZe 1.7 1124

186 †icroporousImetalIorganicImaterialsgIpromisingIcandidatesIasIsorbentsIforIhydrogenIstorageWI
JournaliofitheiAmericaniChemicaliSocietyUI2004UIZ[cUIZ]YeVf 16.4 581

185 RapidItransportIofIgasesIinIcarbonInanotubesWIPhysicaliReviewiLettersUI2002UIefUIZebfYZ 7.4 568

184 †olecularIsimulationIofIhydrogenIadsorptionIinIsingleVwalledIcarbonInanotubesIandIidealizedI
carbonIslitIporesWIJournaliofiChemicaliPhysicsUI1999UIZZYUIbddVbec 3.9 465

183 odsorptionIofIgasesIinImetalIorganicImaterialsgIcomparisonIofIsimulationsIandIexperimentsWI
JournaliofiPhysicaliChemistryiBUI2005UIZYfUIZ]YfaVZY] 3.4 340

182  olysulfoneIandIfunctionalizedIcarbonInanotubeImixedImatrixImembranesIforIgasIseparationgI
₂heoryIandIexperimentWIJournaliofiMembraneiScienceUI2007UI[faUIZadVZbe 9.6 310

181 ZwitterionIfunctionalizedIcarbonInanotubeXpolyamideInanocompositeImembranesIforIwaterI
desalinationWIACSiNanoUI2013UIdUIb]YeVZf 16.7 289

180
 rogressUI—pportunitiesUIandIqhallengesIforIopplyingIotomicallyIretailedI†odelingItoI†olecularI
odsorptionIandI₂ransportIinI†etalâ��—rganicItrameworkI†aterialsWIIndustrialiqamp;iEngineeringi
ChemistryiResearchUI2009UIaeUI[]bbV[]dZ

3.9 270

179 wdentificationIofIdestabilizedImetalIhydridesIforIhydrogenIstorageIusingIfirstIprinciplesI
calculationsWIJournaliofiPhysicaliChemistryiBUI2006UIZZYUIedcfVdc 3.4 249

178 −nusualIhydrogenIbondingIinIwaterVfilledIcarbonInanotubesWIJournaliofitheiAmericaniChemicali
SocietyUI2006UIZ[eUIZ[YfYVd 16.4 236

177 QuantumIöievingIinIqarbonI–anotubesIandIZeolitesWIPhysicaliReviewiLettersUI1999UIe[UIfbcVfbf 7.4 233

176 sxperimentalIandI₂heoreticalIötudiesIofIuasIodsorptionIinIqu]Qp₂qR[gIIonIsffectiveIoctivationI
 rocedureWIJournaliofiPhysicaliChemistryiCUI2007UIZZZUIf]YbVf]Z] 3.8 232

175 squationIofIötateIforIzennardVxonesIqhainsWITheiJournaliofiPhysicaliChemistryUI1994UIfeUIcaZ]VcaZf 217

174 —ptimizationIofIqarbonI–anotubeIorraysIforIvydrogenIodsorptionWIJournaliofiPhysicaliChemistryiBUI
1999UIZY]UIaeYfVaeZ] 3.4 183

173 †aterialsIscienceWI†akingIhighVfluxImembranesIwithIcarbonInanotubesWIScienceUI2006UI]Z[UIZYY]Va 33.3 179

172 öimulationIofIadsorptionIofIr–oIonIcarbonInanotubesWIJournaliofitheiAmericaniChemicaliSocietyUI
2007UIZ[fUIZYa]eVab 16.4 178

171 odsorptionIandIseparationIofIhydrogenIisotopesIinIcarbonInanotubesgI†ulticomponentIgrandI
canonicalI†onteIqarloIsimulationsWIJournaliofiChemicaliPhysicsUI2002UIZZcUIeZaVe[a 3.9 167

J Karl Johnson

2



170 onIaccurateIv[â��v[IinteractionIpotentialIfromIfirstIprinciplesWIJournaliofiChemicaliPhysicsUI2000UI
ZZ[UIaacbVaad] 3.9 163

169 −singIfirstIprinciplesIcalculationsItoIidentifyInewIdestabilizedImetalIhydrideIreactionsIforIreversibleI
hydrogenIstorageWIPhysicaliChemistryiChemicaliPhysicsUI2007UIfUIZa]eVb[ 3.6 161

168 odsorptionIandIdiffusionIofIcarbonIdioxideIandInitrogenIthroughIsingleVwalledIcarbonInanotubeI
membranesWIJournaliofiChemicaliPhysicsUI2006UIZ[aUIYbadYe 3.9 156

167 ReactiveIcanonicalI†onteIqarloWIMoleculariPhysicsUI1994UIeZUIdZdVd]] 1.7 156

166 öystematicImodulationIandIenhancementIofIq—[IgI–[IselectivityIandIwaterIstabilityIinIanI
isoreticularIseriesIofIbioV†—tVZZIanaloguesWIChemicaliScienceUI2013UIaUIZdac 9.4 153

165 uasIadsorptionIonIheterogeneousIsingleVwalledIcarbonInanotubeIbundlesWIPhysicaliReviewiLettersUI
2003UIfZUIYZbbYa 7.4 142

164 riffusivitiesIofIorIandI–eIinIqarbonI–anotubesWIMoleculariSimulationUI2003UI[fUIcddVcea 2 138

163 ₂ransportIdiffusionIofIgasesIisIrapidIinIflexibleIcarbonInanotubesWIJournaliofiPhysicaliChemistryiBUI
2006UIZZYUIZfdZVb 3.4 135

162 ReactionImechanismIofImonoethanolamineIwithIq—â��IinIaqueousIsolutionIfromImolecularImodelingWI
JournaliofiPhysicaliChemistryiAUI2010UIZZaUIZZeaaVb[ 2.8 130

161 †olecularIsimulationIofIhydrogenIadsorptionIinIchargedIsingleVwalledIcarbonInanotubesWIJournaliofi
ChemicaliPhysicsUI1999UIZZZUIfddeVfde] 3.9 128

160 qomputerIöimulationsIofIvydrogenIodsorptionIonIuraphiteI–anofibersWIJournaliofiPhysicali
ChemistryiBUI1999UIZY]UI[ddV[eZ 3.4 120

159 odsorptionIandIriffusionIofIzightIuasesIinIZwtVceIandIZwtVdYgIoIöimulationIötudyWIJournaliofiPhysicali
ChemistryiCUI2009UIZZ]UIZcfYcVZcfZa 3.8 118

158 †olecularIsimulationIofIxenonIadsorptionIonIsingleVwalledIcarbonInanotubesWIJournaliofiChemicali
PhysicsUI2001UIZZaUIaZeYVaZeb 3.9 116

157 †olecularVdynamicsIsimulationsIofImethaneIhydrateIdissociationWIJournaliofiChemicaliPhysicsUI2005UI
Z[]UI[aabY] 3.9 114

156 ossessingInanoparticleIsizeIeffectsIonImetalIhydrideIthermodynamicsIusingItheIWulffIconstructionWI
NanotechnologyUI2009UI[YUI[YaYYZ 3.4 113

155 odsorptionIofIqtaIonItheIinternalIandIexternalIsurfacesIofIopenedIsingleVwalledIcarbonInanotubesgI
aIvibrationalIspectroscopyIstudyWIJournaliofitheiAmericaniChemicaliSocietyUI2003UIZ[bUIbeefVfc 16.4 103

154 resignIofIzewisI airVtunctionalizedI†etalI—rganicItrameworksIforIq—[IvydrogenationWIACSi
CatalysisUI2015UIbUI[f[ZV[f[e 13.1 102

153 sffectIofIconfinementIonIchemicalIreactionIequilibriagI₂heIreactionsI[–—iklQ–—R[IandI
–[T]v[ikl[–v]IinIcarbonImicroporesWIJournaliofiChemicaliPhysicsUI2001UIZZaUIZebZVZebf 3.9 101

(2001-2000)

3



152 q—[â��tluorocarbonIandIq—[â��vydrocarbonIwnteractionsIfromItirstV rinciplesIqalculationsWIJournaliofi
PhysicaliChemistryiAUI1998UIZY[UI[[]ZV[[]c 2.8 97

151 †olecularIöimulationsIandI₂heoreticalI redictionsIforIodsorptionIandIriffusionIofIqvaXv[IandI
q—[XqvaI†ixturesIinIZwtsWIJournaliofiPhysicaliChemistryiCUI2011UIZZbUIZ[bcYVZ[bcc 3.8 95

150 zargeVöcaleIöcreeningIofI†etalIvydrideI†ixturesIforIvighVqapacityIvydrogenIötorageIfromI
tirstV rinciplesIqalculationsWIJournaliofiPhysicaliChemistryiCUI2008UIZZ[UIb[beVb[c[ 3.8 95

149 zightIisotopeIseparationIinIcarbonInanotubesIthroughIquantumImolecularIsievingWIPhysicaliReviewi
BUI2001UIc]UI 3.3 93

148 ₂rappedIq—[IinIqarbonI–anotubeIpundlesWIJournaliofiPhysicaliChemistryiBUI2003UIZYdUIZ[f]YVZ[faZ 3.4 91

147 ₂hermalIconductivityIofImethaneIhydrateIfromIexperimentIandImolecularIsimulationWIJournaliofi
PhysicaliChemistryiBUI2007UIZZZUIZ]ZfaV[Yb 3.4 90

146 öimulationIofIchemicalIreactionIequilibriaIbyItheIreactionIensembleI†onteIqarloImethodgIaI
reviewâ� WIMoleculariSimulationUI2008UI]aUIZZfVZac 2 90

145 sffectIofIuraftedIzewisIpaseIuroupsIonItheI haseIpehaviorIofI†odelI olyQdimethylIsiloxanesRIinI
q—[WIIndustrialiqamp;iEngineeringiChemistryiResearchUI2003UIa[UIcaZbVca[a 3.9 89

144 otomicallyIdetailedImodelsIofIgasImixtureIdiffusionIthroughIqup₂qImembranesWIMicroporousiandi
MesoporousiMaterialsUI2009UIZ[bUIZYZVZYc 5.3 86

143 odsorptionIandIriffusionIofIvydrogenIinIaI–ewI†etalâ��—rganicItrameworkI†aterialgII
[ZnQbdcRQtedRYWb]WIJournaliofiPhysicaliChemistryiCUI2008UIZZ[UI[fZZV[fZd 3.8 85

142 peyondI—rderedI†aterialsgI−nderstandingIqatalyticIöitesIonIomorphousIöolidsWIACSiCatalysisUI2017UI
dUIdba]Vdbbd 13.1 84

141  athIintegralIgrandIcanonicalI†onteIqarloWIJournaliofiChemicaliPhysicsUI1997UIZYdUIbZYeVbZZd 3.9 84

140  haseIequilibriaIforIassociatingIzennardVxonesIfluidsIfromItheoryIandIsimulationWIMoleculariPhysicsUI
1992UIddUIZY]]VZYb] 1.7 84

139  redictingIReactionIsquilibriaIforIrestabilizedI†etalIvydrideIrecompositionIReactionsIforI
ReversibleIvydrogenIötorageWIJournaliofiPhysicaliChemistryiCUI2007UIZZZUIZbeaVZbfZ 3.8 81

138  haseIpehaviorIofI—xygenVqontainingI olymersIinIq—[WIMacromoleculesUI2007UIaYUIZ]][VZ]aZ 5.5 80

137 —bservationIofIaIoneVdimensionalIadsorptionIsiteIonIcarbonInanotubesgIadsorptionIofIalkanesIofI
differentImolecularIlengthsWIJournaliofiPhysicaliChemistryiBUI2005UIZYfUI[YfffVZYYb 3.4 79

136 qhemicalIoctivationIofIöingleVWalledIqarbonI–anotubesIforIvydrogenIodsorptionWIJournaliofi
PhysicaliChemistryiBUI2003UIZYdUI]db[V]dcY 3.4 79

135 —xygenatedIhydrocarbonIionicIsurfactantsIexhibitIq—[IsolubilityWIJournaliofitheiAmericaniChemicali
SocietyUI2005UIZ[dUIZZdbaVc[ 16.4 75

J Karl Johnson

4



134 vydrogenIadsorptionIonIgraphiteIandIinIcarbonIslitIporesIfromIpathIintegralIsimulationsWIMoleculari
PhysicsUI1998UIfbUI[ffV]Yf 1.7 72

133 occurateIamorphousIsilicaIsurfaceImodelsIfromIfirstVprinciplesIthermodynamicsIofIsurfaceI
dehydroxylationWILangmuirUI2014UI]YUIbZ]]VaZ 4 69

132 vydrogenIstorageIinIcarbonInanotubesIandIgraphiticInanofibersWIJournaliofiAlloysiandiCompoundsUI
2002UI]]YV]][UIcbfVccb 5.7 69

131 βibrationalIbehaviorIofIadsorbedIq—[IonIsingleVwalledIcarbonInanotubesWIJournaliofiChemicali
PhysicsUI2004UIZ[YUIb]ddVec 3.9 68

130 vistogramIreweightingIandIfiniteVsizeIscalingIstudyIofItheIzennardâ��xonesIfluidsWIFluidiPhasei
EquilibriaUI2001UIZedVZeeUIZdZVZfZ 2.5 66

129 resignIandIevaluationIofInonfluorousIq—[VsolubleIoligomersIandIpolymersWIJournaliofiPhysicali
ChemistryiBUI2009UIZZ]UIZafdZVeY 3.4 64

128 ₂estingItheIaccuracyIofIcorrelationsIforImulticomponentImassItransportIofIadsorbedIgasesIinI
metalVorganicIframeworksgIdiffusionIofIv[XqvaImixturesIinIqup₂qWILangmuirUI2008UI[aUIe[baVcZ 4 64

127 sffectIofIconfinementIbyIporousImaterialsIonIchemicalIreactionIkineticsWIJournaliofiChemicali
PhysicsUI2002UIZZcUI[Z]eV[Zae 3.9 64

126 otomicIchargesIderivedIfromIelectrostaticIpotentialsIforImolecularIandIperiodicIsystemsWIJournaliofi
PhysicaliChemistryiAUI2010UIZZaUIZY[[bV]] 2.8 62

125 q—[IcaptureIpropertiesIofI†â��qâ��—â��vIQ†kziUI–aUIyRIsystemsgIoIcombinedIdensityIfunctionalItheoryI
andIlatticeIphononIdynamicsIstudyWIJournaliofiSolidiStateiChemistryUI2011UIZeaUI]YaV]ZZ 3.3 62

124 —ptimizationIofIXeIadsorptionIkineticsIinIsingleIwalledIcarbonInanotubesWIJournaliofiChemicali
PhysicsUI2001UIZZbUIccfZVccfe 3.9 62

123 qatalyticIhydrogenationIofIq—[ItoImethanolIinIaIzewisIpairIfunctionalizedI†—tWICatalysisiSciencei
andiTechnologyUI2016UIcUIe]f[VeaYb 5.5 60

122 tirstV rinciplesIötudyIofIsxperimentalIandIvypotheticalI†gQpvaR[IqrystalIötructuresWIJournaliofi
PhysicaliChemistryiCUI2008UIZZ[UIa]fZVa]fb 3.8 60

121 öcreeningIzewisI airI†oietiesIforIqatalyticIvydrogenationIofIq—[IinItunctionalizedI−i—VccWIACSi
CatalysisUI2015UIbUIc[ZfVc[[f 13.1 59

120  haseIequilibriumIofIquantumIfluidsIfromIsimulationgIvydrogenIandIneonWIFluidiPhaseiEquilibriaUI
1997UIZ][UIf]VZZc 2.5 59

119  orousIqarbonI–anotubeI†embranesIforIöeparationIofIv[XqvaIandIq—[XqvaI†ixturesWIJournaliofi
PhysicaliChemistryiCUI2012UIZZcUI[bfYaV[bfZY 3.8 53

118 ominosiliconeIsolventsIforIq—Q[RIcaptureWIChemSusChemUI2010UI]UIfZfV]Y 8.3 53

117 öolubilityIofIq—[IinIq—[VphilicIoligomershIq—ö†—thermIpredictionsIandIexperimentalIresultsWIFluidi
PhaseiEquilibriaUI2009UI[edUI[cV][ 2.5 52

(2009-1998)

5



116 öynthesisIandIöolubilityIofIzinearI olyQtetrafluoroethyleneVcoVvinylIacetateRIinIrenseIq—[gII
sxperimentalIandI†olecularI†odelingIResultsWIMacromoleculesUI2004UI]dUIddffVdeYd 5.5 51

115 onIsffectiveI otentialIforIodsorptionIofI olarI†oleculesIonIuraphiteWIMoleculariSimulationUI2005UI
]ZUIZVZY 2 50

114 resigningI—penI†etalIöitesIinI†etalV—rganicItrameworksIforI araffinX—lefinIöeparationsWIJournali
ofitheiAmericaniChemicaliSocietyUI2019UIZaZUIZ]YY]VZ]YYd 16.4 47

113 odsorptionIofIgasesIinIcarbonInanotubesgIareIdefectIinterstitialIsitesIimportantmWILangmuirUI2008UI
[aUIfa]YVf 4 47

112 QuantumIsievingIinIsingleVwalledIcarbonInanotubesgIeffectIofIinteractionIpotentialIandI
rotationalVtranslationalIcouplingWIJournaliofiPhysicaliChemistryiBUI2006UIZZYUIZd]]VaZ 3.4 46

111 onIinteratomicIpotentialIforImercuryIdimerWIJournaliofiChemicaliPhysicsUI2001UIZZaUIbbabVbbbZ 3.9 46

110 sffectIofIöupportI reparationIandI–anoparticleIöizeIonIqatalystâ��öupportIwnteractionsIbetweenI tI
andIomorphousIöilicaWIJournaliofiPhysicaliChemistryiCUI2015UIZZfUIZff]aVZffaY 3.8 45

109 vydrogenIisotopeIseparationIinIcarbonInanotubesgIcalculationIofIcoupledIrotationalIandI
translationalIötatesIatIhighIdensitiesWIACSiNanoUI2010UIaUIZdY]VZb 16.7 43

108 †anyVbodyIinteractionsIamongIadsorbedIatomsIandImoleculesIwithinIcarbonInanotubesIandIinIfreeI
spaceWIChemicaliPhysicsiLettersUI2000UI]][UI[cV]a 2.5 43

107 —zoneI—xidationIofIöingleIWalledIqarbonI–anotubesIfromIrensityItunctionalI₂heoryWIJournaliofi
PhysicaliChemistryiCUI2009UIZZ]UIZdc]cVZdca[ 3.8 42

106
 olyQvinylIacetateRUIpolyQQZV—VQvinyloxyRIethylV[U]UaUcVtetraV—VacetylV˛†VdVglucopyranosideRIandI
amorphousIpolyQlacticIacidRIareItheImostIq—[VsolubleIoxygenatedIhydrocarbonVbasedIpolymersWI
JournaliofiSupercriticaliFluidsUI2008UIacUI[b[V[bd

4.2 42

105 qriticalIossessmentIofIq—[öolubilityIinIβolatileIöolventsIatI[feWZbIyWIJournaliofiChemicaliqamp;i
EngineeringiDataUI2011UIbcUIZbcbVZbd[ 2.8 41

104 −tilizingItheIuateV—peningI†echanismIinIZwtVdIforIodsorptionIriscriminationIbetweenI–[—IandI
q—[WIJournaliofiPhysicaliChemistryiCUI2014UIZZeUIZde]ZVZde]d 3.8 40

103 oIcomputationalIstudyIofItheIheatsIofIreactionIofIsubstitutedImonoethanolamineIwithIq—[WI
JournaliofiPhysicaliChemistryiAUI2011UIZZbUI]a[VbY 2.8 40

102 ₂heIimportanceIofIchargeâ��quadrupoleIinteractionsIforIv[IadsorptionIandIdiffusionIinIqup₂qWI
MoleculariSimulationUI2009UI]bUIcYVcf 2 39

101 WettingI₂ransitionIofIWaterIonIuraphiteIandI—therIöurfacesWIJournaliofiPhysicaliChemistryiBUI2004UI
ZYeUIZZdYaVZZdYe 3.4 39

100  haseItransitionsIofIadsorbedIfluidsIcomputedIfromImultipleVhistogramIreweightingWIMoleculari
PhysicsUI2002UIZYYUI[Z]fV[ZbY 1.7 39

99 wgnitingInanotubesIwithIaIflashWIScienceUI2002UI[fdUIZf[V]hIauthorIreplyIZf[V] 33.3 37

J Karl Johnson

6



98 wnfluenceIofItertVamineIgroupsIonItheIsolubilityIofIpolymersIinIq—[WIPolymerUI2009UIbYUI[a]cV[aaa 3.9 36

97 revelopmentIofIaIReaxttIreactiveIforceIfieldIforItetrabutylphosphoniumIglycinateXq—[ImixturesWI
JournaliofiPhysicaliChemistryiBUI2014UIZZeUIZ[YYeVZc 3.4 35

96
slucidationIofIoqueousIöolventV†ediatedIvydrogenV₂ransferIReactionsIbyIabIwnitioI†olecularI
rynamicsIandI–udgedIslasticVpandIötudiesIofI–apvaIvydrolysisWIJournaliofiPhysicaliChemistryiCUI
2014UIZZeUI[Z]ebV[Z]ff

3.8 35

95 ₂heIroleIofIvanIderIWaalsIinteractionsIinItheIadsorptionIofInobleIgasesIonImetalIsurfacesWIJournali
ofiPhysicsiCondensediMatterUI2012UI[aUIa[a[ZZ 1.8 35

94 oxialI haseIofIQuantumItluidsIinI–anotubesWIJournaliofiLowiTemperatureiPhysicsUI2000UIZ[YUI]]dV]bf 1.3 35

93  erturbationItheoryIandIcomputerIsimulationsIforIlinearIandIringImodelIpolymersWIJournaliofi
ChemicaliPhysicsUI1996UIZYaUIZd[fVZda[ 3.9 34

92 revelopmentIofIaItransferableIreactiveIforceIfieldIforIcobaltWIJournaliofiPhysicaliChemistryiAUI2010UI
ZZaUIbebbVcZ 2.8 33

91
₂iv[IasIaIrynamicIodditiveIforIwmprovingItheIreXRehydrogenationI ropertiesIofI†gv[gIoI
qombinedIsxperimentalIandI₂heoreticalI†echanisticIwnvestigationWIJournaliofiPhysicaliChemistryiCUI
2018UIZ[[UI[Z[aeV[Z[cZ

3.8 31

90 –obleIgasesIonImetalIsurfacesgIwnsightsIonIadsorptionIsiteIpreferenceWIPhysicaliReviewiBUI2011UIeaUI 3.3 30

89 tirstIprinciplesIscreeningIofIdestabilizedImetalIhydridesIforIhighIcapacityIv[IstorageIusingI
scandiumWIJournaliofiAlloysiandiCompoundsUI2007UIaacVaadUI[]V[d 5.7 30

88 zargeVscaleIscreeningIofImetalIhydridesIforIhydrogenIstorageIfromIfirstVprinciplesIcalculationsI
basedIonIequilibriumIreactionIthermodynamicsWIPhysicaliChemistryiChemicaliPhysicsUI2011UIZ]UId[ZeV[f 3.6 29

87 ötructuralIandIslectronicI ropertiesIofI tZ]I–anoclustersIonIomorphousIöilicaIöupportsWIJournaliofi
PhysicaliChemistryiCUI2015UIZZfUI[bY]V[bZ[ 3.8 28

86 tormationIofIoddVnumberedIclustersIofIq—[IadsorbedIonInanotubeIbundlesWIPhysicaliReviewi
LettersUI2005UIfaUIZ[bdYZ 7.4 28

85 tirstV rinciplesIqharacterizationIofIomorphousI hasesIofI†pZ[vZ[UI†IkI†gUIqaWIJournaliofiPhysicali
ChemistryiCUI2010UIZZaUIZacYZVZacYb 3.8 26

84 qcYsphaseIdiagramgIoIfullIfreeVenergyIanalysisWIPhysicaliReviewiBUI1997UIbbUI[eYeV[eZd 3.3 26

83 βacancyIclustersIasIentryIportsIforIcesiumIintercalationIinIgraphiteWICarbonUI2011UIafUI]f]dV]fb[ 10.4 25

82 ötabilityIanalysisIofIdopedImaterialsIforIreversibleIhydrogenIstorageIinIdestabilizedImetalIhydridesWI
PhysicaliReviewiBUI2007UIdcUI 3.3 25

81 öhrinkingIöelfVwnteractionIsrrorsIwithItheItermiVzˆ¶wdinI—rbitalIöelfVwnteractionVqorrectedIrensityI
tunctionalIopproximationWIJournaliofiPhysicaliChemistryiAUI2018UIZ[[UIf]YdVf]Zb 2.8 25

(2018-2009)

7



80 risplacementIofIq—[IbyIXeIinIsingleVwalledIcarbonInanotubeIbundlesWIPhysicaliReviewiBUI2004UIdYUI 3.3 24

79 sffectsIofIanIexternalIelectromagneticIfieldIonIrutileI₂io[gIoImolecularIdynamicsIstudyWIJournaliofi
PhysicsiandiChemistryiofiSolidsUI2006UIcdUIZ]ffVZaYf 3.9 23

78 oIfirstVprinciplesIstudyIofIlithiumVdecoratedIhybridIboronInitrideIandIgrapheneIdomainsIforI
hydrogenIstorageWIJournaliofiChemicaliPhysicsUI2014UIZaZUIYeadZZ 3.9 22

77 ₂estsIofI oreVöizeIristributionsIreducedIfromIwnversionIofIöimulatedIandIRealIodsorptionIrataWI
JournaliofiLowiTemperatureiPhysicsUI2009UIZbdUIaZYVa[e 1.3 22

76 resignUIöynthesisUIandIqharacterizationIofI†etalâ��—rganicItrameworksIforIsnhancedIöorptionIofI
qhemicalIWarfareIogentIöimulantsWIJournaliofiPhysicaliChemistryiCUI2019UIZ[]UIZfdaeVZfdbe 3.8 21

75 rensityIfunctionalItheoryIstudyIofIq—[IcaptureIwithItransitionImetalIoxidesIandIhydroxidesWI
JournaliofiChemicaliPhysicsUI2012UIZ]cUIYcabZc 3.9 21

74 tirstIprinciplesIstudyIofIadsorptionIandIdissociationIofIq—IonIWQZZZRWIJournaliofiPhysicaliChemistryi
BUI2006UIZZYUIZ]aaVf 3.4 21

73
sxperimentalIandItheoreticalIcomparisonIofIgasIdesorptionIenergiesIonImetallicIandI
semiconductingIsingleVwalledIcarbonInanotubesWIJournaliofitheiAmericaniChemicaliSocietyUI2013UI
Z]bUIddceVdc

16.4 20

72  redictionIofIqvaXv[I†ixtureIöelectivityIinIZnQtbipRIfromIqomputerIöimulationsWIJournaliofiLowi
TemperatureiPhysicsUI2009UIZbdUI[ceV[dc 1.3 20

71 WettingItransitionsIofIhydrogenIandIdeuteriumIonItheIsurfaceIofIalkaliImetalsWIPhysicaliReviewiBUI
2003UIceUI 3.3 20

70 zayeringIandIorientationalIorderingIofIpropaneIonIgraphitegIonIexperimentalIandIsimulationIstudyWI
JournaliofiChemicaliPhysicsUI2002UIZZdUIddZfVdd]Z 3.9 20

69 wmpactIofIöupportIwnteractionsIforIöingleVotomI†olybdenumIqatalystsIonIomorphousIöilicaWI
Industrialiqamp;iEngineeringiChemistryiResearchUI2016UIbbUIZ[]bYVZ[]bd 3.9 20

68 wsIthereIaIdifferenceIinIvanIderIWaalsIinteractionsIbetweenIrareIgasIatomsIadsorbedIonImetallicI
andIsemiconductingIsingleVwalledIcarbonInanotubesmWIPhysicaliReviewiLettersUI2013UIZZYUIZ]bbY] 7.4 19

67 qombinedIsxperimentalIandI₂heoreticalIwnvestigationIofI olarI—rganicIodsorptionXresorptionI
fromI†odelIqarbonaceousIöurfacesgIIocetoneIonIuraphiteWILangmuirUI2002UIZeUI[bfbV[cYY 4 19

66 uasIsorptionIpropertiesIofIzwitterionVfunctionalizedIcarbonInanotubesWIJournaliofiMembranei
ScienceUI2013UIa[fUIeeVfa 9.6 18

65 tirstV rinciplesIwnvestigationIofIodsorptionIandIrissociationIofIvydrogenIonI†g[öiIöurfacesWI
JournaliofiPhysicaliChemistryiCUI2007UIZZZUIcfZYVcfZc 3.8 18

64 qharacterizationIofIpulkIötructureIinIZincI—rthotitanategIoIrensityItunctionalI₂heoryIandIsXotöI
wnvestigationWIJournaliofitheiAmericaniCeramiciSocietyUI2008UIfZUIbeaVbfY 3.8 17

63 ₂hermodynamicIpropertiesIandIvaporIpressuresIofIpolarIfluidsIfromIaIfourVparameterI
correspondingVstatesImethodWIInternationaliJournaliofiThermophysicsUI1987UIeUIdZdVd]b 2.1 17

J Karl Johnson

8



62 ReactionIofItheIpasalI laneIofIuraphiteIwithItheI†ethylIRadicalWIJournaliofiPhysicaliChemistryi
LettersUI2012UI]UIZceYV] 6.4 16

61 refectIandI–ondefectIwnterstitialIqhannelIovailabilityIinIqarbonI–anotubeIpundlesgIqomparisonIofI
†odelingIwithIsxperimentsWIJournaliofiPhysicaliChemistryiCUI2010UIZZaUIdcY[VdcZY 3.8 16

60 wnterVIandIwntratubeIöelfVriffusionIinInVveptaneIodsorbedIonIqarbonI–anotubesWIJournaliofiPhysicali
ChemistryiCUI2007UIZZZUIabdeVabea 3.8 16

59  redictingIcatalystVsupportIinteractionsIbetweenImetalInanoparticlesIandIamorphousIsilicaI
supportsWISurfaceiScienceUI2016UIcb[UI[deV[eb 1.8 16

58 snergyIsfficientItormaldehydeIöynthesisIbyIrirectIvydrogenationIofIqarbonI†onoxideIinI
tunctionalizedI†etalâ��—rganicItrameworksWIACSiSustainableiChemistryiandiEngineeringUI2019UIdUI[bYeV[bZb8.3 16

57 tacileIonhydrousI rotonI₂ransportIonIvydroxylItunctionalizedIuraphaneWIPhysicaliReviewiLettersUI
2017UIZZeUIZecZYZ 7.4 15

56 qomputerIöimulationIötudiesIofIodsorptionIofIöimpleIuasesIonIolkaliI†etalIöurfacesWIJournaliofi
LowiTemperatureiPhysicsUI1998UIZZYUIcb]Vcbe 1.3 15

55 QuantumIchemistryIbenchmarkingIofIbindingIandIselectivityIforIlanthanideIextractantsWI
InternationaliJournaliofiQuantumiChemistryUI2018UIZZeUIe[bbZc 2.1 14

54 ReactiveIqanonicalI†onteIqarloWIAdvancesiiniChemicaliPhysicsUI2007UIacZVaeZ 14

53 †echanismIofIwsobutyleneI olymerizationgIQuantumIqhemicalIwnsightIintoIolql]Xv[—VqatalyzedI
ReactionsWIACSiCatalysisUI2018UIeUIeYYcVeYZ] 13.1 13

52 †ethylIRadicalIReactivityIonItheIpasalI laneIofIuraphiteWIJournaliofiPhysicaliChemistryiCUI2012UIZZcUIZe]adVZe]bd3.8 12

51 snhancementIofIodsorptionIwnsideIöingleVWalledIqarbonI–anotubesgIziIropingIsffectIonI
nVveptaneIvanIderIWaalsIpondingWIJournaliofiPhysicaliChemistryiCUI2009UIZZ]UIae[fVae]e 3.8 12

50 oIcorrespondingIstatesIprincipleIforIphysisorptionIandIdeviationsIforIquantumIfluidsWIMoleculari
PhysicsUI2008UIZYcUIZbdfVZbeb 1.7 12

49 öcreeningItheIactivityIofIzewisIpairsIforIhydrogenationIofIq—[WIMoleculariSimulationUI2017UIa]UIe[ZVe[d 2 11

48 ₂heIeffectIofItopologyIinIzewisIpairIfunctionalizedImetalIorganicIframeworksIonIq—[IadsorptionI
andIhydrogenationWICatalysisiScienceiandiTechnologyUI2018UIeUIacYfVacZd 5.5 11

47 tirstIprinciplesIstudyIofIvacancyIandItungstenIdiffusionIinIfccIcobaltWIModellingiandiSimulationiini
MaterialsiScienceiandiEngineeringUI2010UIZeUIYZbYYe 2 11

46
sxaminingItheIrobustnessIofIfirstVprinciplesIcalculationsIforImetalIhydrideIreactionI
thermodynamicsIbyIdetectionIofImetastableIreactionIpathwaysWIPhysicaliChemistryiChemicaliPhysics
UI2011UIZ]UI[Zb[YVf

3.6 11

45 rimensionalIeffectsIonItheIz—V₂—IsplittingIinIqtagIfirstVprinciplesIandIinfraredIabsorptionIstudiesWI
JournaliofitheiAmericaniChemicaliSocietyUI2005UIZ[dUI]ZfeV[Yc 16.4 11

(2005-2012)

9



44 ₂owardI−nderstandingItheIyineticsIofIq—IqaptureIonIöodiumIqarbonateWIACSiAppliediMaterialsi
qamp;iInterfacesUI2019UIZZUIfY]]VfYaZ 9.5 10

43
sffectIofIöpinVqrossoverVwnducedI oreIqontractionIonIq—[â��vostIwnteractionsIinItheI orousI
qoordinationI olymersI[teQpyrazineR†Qq–Ra]IQ†IkI–iUI tRWIEuropeaniJournaliofiInorganiciChemistryUI
2013UI[YZ]UIbZZVbZf

2.3 10

42 odsorbedIuasesIinIpundlesIofIqarbonI–anotubesI2008UIZedV[ZY 10

41
öpectroscopicImeasurementIofIdiffusionIkineticsIthroughIsubnanometerIandIlargerIol[—]IparticlesI
byIaInewImethodgItheIinteractionIofI[VchloroethylethylIsulfideIwithIgammaVol[—]WIJournaliofi
PhysicaliChemistryiBUI2006UIZZYUIf[YaVZY

3.4 10

40 †odelingIofIriffusionIofIocetoneIinI−i—VccWIJournaliofiPhysicaliChemistryiCUI2020UIZ[aUI[eacfV[eade 3.8 10

39 qarbonâ��qhlorineIpondIöcissionIinIziVropedIöingleVWalledIqarbonI–anotubesgIReactionIofIqv]qlI
andIzithiumWIJournaliofiPhysicaliChemistryiCUI2010UIZZaUIZdZaeVZdZbe 3.8 9

38 öurfaceIreactionsIofIosv]UIv[öeUIandIv[öIonItheIZn[₂i—aQYZYRIsurfaceWISurfaceiScienceUI2011UIcYbUIeZeVe[]1.8 9

37 öurfaceItensionIofIquantumIfluidsIfromImolecularIsimulationsWIJournaliofiChemicaliPhysicsUI2004UI
Z[YUIedYdVZb 3.9 9

36 vXq—IseparationsIinImulticomponentImetalVadeninateI†—tsIwithImultipleIchemicallyIdistinctIporeI
environmentsWIChemicaliScienceUI2020UIZZUIZ[eYdVZ[eZb 9.4 9

35
rensityIfunctionalItheoryIstudiesIonItheIelectronicUIstructuralUIphononIdynamicalIandI
thermoVstabilityIpropertiesIofIbicarbonatesI†vq—Q]RUI†´ k´ ´ ziUI–aUIyWIJournaliofiPhysicsiCondensedi
MatterUI2012UI[aUI][bbYZUIZVZc

1.8 8

34 †ethylIqhlorideIReactionsIonIzithiatedIqarbonI–anotubesgIzithiumIasIpothIReactantIandIqatalystWI
JournaliofiPhysicaliChemistryiCUI2011UIZZbUIZZcfaVZZdYY 3.8 8

33 opplicationIofIöelfVwnteractionIqorrectedIrensityItunctionalI₂heoryItoIsarlyUI†iddleUIandIzateI
₂ransitionIötatesWIJournaliofiPhysicaliChemistryiAUI2020UIZ[aUIe[[]Ve[]a 2.8 8

32 oIqombinedIsxperimentalIandIqomputationalIötudyIonIöelectedI hysicalI ropertiesIofI
ominosiliconesWIIndustrialiqamp;iEngineeringiChemistryiResearchUI2014UIb]UIZ]]aVZ]aZ 3.9 7

31 uraphaminegIomineVtunctionalizedIuraphaneIforIwntrinsicIonhydrousI rotonIqonductionWIJournaliofi
PhysicaliChemistryiCUI2019UIZ[]UIZbccVZbdZ 3.8 7

30 −nravelingIonhydrousI rotonIqonductionIinIvydroxygraphaneWIJournaliofiPhysicaliChemistryiLetters
UI2019UIZYUIbZeVb[] 6.4 7

29 qavityIcorrelationIandIbridgeIfunctionsIatIhighIdensityIandInearItheIcriticalIpointgIaItestIofI
secondVorderI ercusâ��YevickItheoryWIMoleculariPhysicsUI2016UIZZaUI[bZcV[b[[ 1.7 6

28 tundamentalIwnsightsIintoItheIReactivityIandI−tilizationIofI—penI†etalIöitesIinIquQwRV†t−ValWI
OrganometallicsUI2019UI]eUI]ab]V]abf 3.8 6

27 odsorptionIofIvydrogenIinIuraphiticIölitI oresWIInternationaliJournaliofiThermophysicsUI1998UIZfUIe]bVeaa2.1 6

J Karl Johnson

10



26 †olarIexcessIvolumesIofIliquidIhydrogenIandIneonImixturesIfromIpathIintegralIsimulationWIJournali
ofiChemicaliPhysicsUI1999UIZZZUId[aVd[f 3.9 6

25 odsorptionIseparationIofIheavierIisotopeIgasesIinIsubnanometerIcarbonIporesWINaturei
CommunicationsUI2021UIZ[UIbac 17.4 6

24 odsorptionIandIriffusionIofItluidsIinIrefectiveIqarbonI–anotubesgIwnsightsIfromI†olecularI
öimulationsWILangmuirUI2017UI]]UIZZe]aVZZeaa 4 5

23 βibronIhoppingIandIbondIanharmonicityIinIhotIdenseIhydrogenWIJournaliofiChemicaliPhysicsUI2009UI
Z]YUIYbabY[ 3.9 5

22 —neVdimensionalIadsorptionIandIdiffusionIinIZnQtbipRWIMoleculariSimulationUI2011UI]dUIcaYVcac 2 5

21  redictionIofIvaporâ��liquidIequilibriaIinIbinaryImixturesIcontainingIpolarIcomponentsIfromIanI
extendedIleeâ��keslerIcorrespondingVstatesItechniqueWIFluidiPhaseiEquilibriaUI1989UIaaUI[bbV[d[ 2.5 5

20 ötudyIofIselfVinteractionVerrorsIinIbarrierIheightsIusingIlocallyIscaledIandI erdewVZungerI
selfVinteractionImethodsWWIJournaliofiChemicaliPhysicsUI2022UIZbcUIYZa]Yc 3.9 5

19 wnfluenceIofIöurfaceIReactionsIonIqomplexIvydrideIReversibilityWIJournaliofiPhysicaliChemistryiCUI
2008UIZZ[UIZe[dYVZe[df 3.8 4

18 rirectIobservationIofImolecularlyValignedImoleculesIinItheIsecondIphysisorbedIlayerVq—XogQZIZIYRWI
ChemicaliPhysicsiLettersUI2006UIaZeUIfYVfb 2.5 4

17 †ethodIforI redictingIripoleI†omentsIofIqomplexI†oleculesIforI−seIinI₂hermophysicalI ropertyI
sstimationWIIndustrialiqamp;iEngineeringiChemistryiResearchUI2019UIbeUIZf[c]VZf[dY 3.9 3

16 reliquescenceIofI–apvaIfromIrensityItunctionalI₂heoryIandIsxperimentsWIIndustrialiqamp;i
EngineeringiChemistryiResearchUI2013UIb[UIZ]eafVZ]ecZ 3.9 3

15 rensityIfunctionalItheoryIcalculationsIofItheIsurfaceIstructureIofItheIinverseIspinelIzincI
orthotitanateWIJournaliofiPhysicsiCondensediMatterUI2008UI[YUIYfbYYZ 1.8 3

14
opplicationIofIanIextendedIzeeVyeslerIcorrespondingVstatesItechniqueItoIpredictionIofIvaporVliquidI
equilibriaIinImulticomponentImixturesIcontainingIpolarIcomponentsWIInternationaliJournaliofi
ThermophysicsUI1989UIZYUIadfVaf[

2.1 3

13 wnIöituI–uclearI†agneticIResonanceIwnvestigationIofI†olecularIodsorptionIandIyineticsIinI
†etalV—rganicItrameworkI−i—VccWIJournaliofiPhysicaliChemistryiLettersUI2021UIZ[UIef[Veff 6.4 3

12 oIcomparisonIofItheIcorrelationIfunctionsIofItheIzennardâ��xonesIfluidIforItheIfirstVorderI
ruhâ��vaymetâ��vendersonIclosureIwithImolecularIsimulationsWIMoleculariPhysicsUI2017UIZZbUIZ]]bVZ]a[ 1.7 2

11  ropertiesIofIWeaklyIpoundI†olecularI—xygenIonItheIRutileI₂i—[QZZYRIöurfaceIfromIrensityI
tunctionalI₂heoryWIJournaliofiPhysicaliChemistryiCUI2013UIZZdUIZdZbZVZdZbe 3.8 2

10 rt₂IcharacterizationIofIadsorptionIandIdiffusionImechanismsIofIvUIosUIöUIandIöeIonItheIzincI
orthotitanateQYIZIYRIsurfaceWISurfaceiScienceUI2008UIcY[UIZeddVZee[ 1.8 2

9 sfficientlyI₂rainedIreepIzearningI otentialIforIuraphaneWIJournaliofiPhysicaliChemistryiCUI2021UI
Z[bUIZaedaVZaee[ 3.8 2

(2021-1999)

11



8 vydrogenIodsorptionIinIöingleVWalledIqarbonI–anotubesI2008UI]cfVaYZ 1

7 −nderstandingIandIwmprovingItheIyineticsIofIpulkIqarbonationIonIöodiumIqarbonateWIJournaliofi
PhysicaliChemistryiCUI2020UIZ[aUI[]ZYcV[]ZZb 3.8 1

6 ₂heoreticalIötudyIofItheIwmpactIofIβacanciesIandIrisorderIonItheIslectronicI ropertiesIofIqu[â��xöeWI
JournaliofiPhysicaliChemistryiCUI2021UIZ[bUIZ[][aVZ[]][ 3.8 1

5 pindingIofIq—IandI—IonIzowVöymmetryI tIqlustersIöupportedIonIomorphousIöilicaWIJournaliofi
PhysicaliChemistryiCUI2021UIZ[bUIZ]deYVZ]ded 3.8 1

4 wmpactIofIdefectsIonItheIdecompositionIofIchemicalIwarfareIagentIsimulantsIinIZrVbasedImetalI
organicIframeworksWIAICHEiJournalUI2021UIcdUIeZdZbc 3.6 1

3 termiVzˆ¶wdinIorbitalIselfVinteractionIcorrectionIofIadsorptionIenergiesIonItransitionImetalIionsWWI
JournaliofiChemicaliPhysicsUI2022UIZbcUIZ]aZY[ 3.9 1

2 sffectIofIqhainIzengthIonItheIripoleI†omentIofI olyisobutyleneIöuccinateIonhydrideWIIndustriali
qamp;iEngineeringiChemistryiResearchUI2022UIcZUI[]bfV[]cb 3.9 0

1 ₂estIofItheIruhVvaymetVvendersonItheoryIforImixturesgIcavityIcorrelationIfunctionsIandIexcessI
volumesWIMoleculariPhysicsUI2019UIZZdUI]c[]V]c]Z 1.7

J Karl Johnson

12


