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152 uffectKofKstructuralKcharacterKofKgoldKnanoparticlesKinKnanofluidKonKheatKpipeKthermalKperformanceZK
MaterialseLettersWK2004WKehWKadfaXadfe 3.3 274

151 σapidKadditiveXfreeKselenocystineXselenoesterKpeptideKligationZKJournaleofetheeAmericaneChemicale
SocietyWK2015WKacgWKad]aaXd 16.4 131

150 sontrollingKchargeKseparationKinKaKnovelKdonorâ��acceptorKmetalâ��organicKframeworkKviaKredoxK
modulationZKChemicaleScienceWK2014WKeWKdgbdXdgbh 9.4 124

149 wdS—αbTXfXjKqKsostXuffectiveKymprovementKtoKwdS—αbTZKJournaleofeChemicaleTheoryeande
ComputationWK2011WKgWKaabXb] 6.4 119

148 shemoselectiveKpeptideKligationXdesulfurizationKatKaspartateZKAngewandteeChemieeueInternationale
EditionWK2013WKebWKigbcXg 16.4 98

147 ThiosquaramidesjKpxKswitchableKanionKtransportersZKChemicaleScienceWK2014WKeWKcfagXcfbf 9.4 88

146 ThroughXSpaceKyntervalenceKshargeKTransferKasKaK—echanismKforKshargeKtelocalizationKinK
—etalX−rganicKvrameworksZKJournaleofetheeAmericaneChemicaleSocietyWK2018WKad]WKffbbXffc] 16.4 82

145 WbXKandKWcXX–jKsostXuffectiveKqpproximationsKtoKWbKandKWdKwithKkzKmolSXaTKqccuracyZKJournaleofe
ChemicaleTheoryeandeComputationWK2015WKaaWKba]iXai 6.4 80

144 σeactivityKofKdisulfideKbondsKisKmarkedlyKaffectedKbyKstructureKandKenvironmentjKimplicationsKforK
proteinKmodificationKandKstabilityZKScientificeReportsWK2016WKfWKchegb 4.9 68

143 ZeoliteXcatalyzedKhydrogenationKofKcarbonKdioxideKandKetheneZKJournaleofetheeAmericaneChemicale
SocietyWK2008WKac]WKigi]Xi 16.4 63

142 WaXXaKandKWaXXbjKWaXζualityKqccuracyKwithKanK−rderKofK—agnitudeKσeductionKinKsomputationalK
sostZKJournaleofeChemicaleTheoryeandeComputationWK2012WKhWKdbeiXfi 6.4 59

141 rtubfajKaKcomprehensiveKsetKofKhighXlevelKtheoreticalKbondKdissociationKenthalpiesZKJournaleofe
PhysicaleChemistryeAWK2012WKaafWKdigeXhf 2.8 58

140 —odellingKtheKinteractionKofKmolecularKhydrogenKwithKlithiumXdopedKhydrogenKstorageKmaterialsZK
ChemicalePhysicseLettersWK2008WKdfgWKabfXac] 2.5 57

139 tesignKofKeffectiveKzeoliteKcatalystsKforKtheKcompleteKhydrogenationKofKs−bZKJournaleofethee
AmericaneChemicaleSocietyWK2006WKabhWKecbbXc 16.4 57

138 −btainingKwoodKαerformanceKWithKTripleX˛¶XTypeKrasisKSetsKinKtoubleXxybridKtensityKvunctionalK
TheoryKαroceduresZKJournaleofeChemicaleTheoryeandeComputationWK2011WKgWKbhebXfc 6.4 52

137
teterminationKofKrarrierKxeightsKforKαrotonKuxchangeKinKSmallKWaterWKqmmoniaWKandKxydrogenK
vluorideKslustersKwithKwdS—αbTXTypeWK—αnWKandKSsSX—αnKαroceduresXqKsaveatZKJournaleofeChemicale
TheoryeandeComputationWK2012WKhWKcabhXcf

6.4 50

136 −nKtheKrelationshipKbetweenKtheKpreferredKsiteKofKhydrogenKbondingKandKprotonationZKJournaleofe
PhysicaleChemistryeAWK2005WKa]iWKee]iXag 2.8 50
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135 yncreasingKspinKcrossoverKcooperativityKinKbtKxofmannXtypeKmaterialsKwithKguestKmoleculeKremovalZK
ChemicaleScienceWK2018WKiWKefbcXefbi 9.4 50

134 WcXjKqKsostXuffectiveKαostXssStSTTKsompositeKαrocedureZKJournaleofeChemicaleTheoryeande
ComputationWK2013WKiWKdgfiXgh 6.4 47

133 qcceleratedKαroteinKSynthesisKviaK−neXαotK–igationXteselenizationKshemistryZKCheMWK2017WKbWKg]cXgae 16.2 45

132
qssessmentKofKtvTK—ethodsKforKTransitionK—etalsKwithKtheKT—saeaKsompilationKofKtataKSetsKandK
somparisonKwithKqccuraciesKforK—ainXwroupKshemistryZKJournaleofeChemicaleTheoryeande
ComputationWK2019WKaeWKcfa]Xcfbb

6.4 45

131 σedoxKtunableKviologenXbasedKporousKorganicKpolymersZKJournaleofeMaterialseChemistryeCWK2016WKdWKbeceXbedd7.1 44

130 xydrogenKabstractionKbyKchlorineKatomKfromKaminoKacidsjKremarkableKinfluenceKofKpolarKeffectsKonK
regioselectivityZKJournaleofetheeAmericaneChemicaleSocietyWK2011WKaccWKafeecXi 16.4 43

129 raseXcatalyzedKhydrogenationjKrationalizingKtheKeffectsKofKcatalystKandKsubstrateKstructuresKandK
solvationZKJournaleofetheeAmericaneChemicaleSocietyWK2005WKabgWKbddcXed 16.4 43

128 uvaluationKofKtheKheatsKofKformationKofKcorannuleneKandKsf]KbyKmeansKofKhighXlevelKtheoreticalK
proceduresZKJournaleofePhysicaleChemistryeAWK2013WKaagWKahcdXdb 2.8 42

127 xydrogenationKofKsimpleKaromaticKmoleculesjKaKcomputationalKstudyKofKtheKmechanismZKJournaleofe
theeAmericaneChemicaleSocietyWK2007WKabiWKibdXcc 16.4 40

126 sonstructionKofKshallengingKαrolineXαrolineKzunctionsKviaKtiselenideXSelenoesterK–igationK
shemistryZKJournaleofetheeAmericaneChemicaleSocietyWK2018WKad]WKaccbgXacccd 16.4 40

125 σeactivitiesKofKaminoKacidKderivativesKtowardKhydrogenKabstractionKbyKslâ�¢KandK−xâ�¢ZKJournaleofe
OrganiceChemistryWK2012WKggWKih]gXab 4.2 39

124 αrotonXboundKhomodimersjKhowKareKtheKbindingKenergiesKrelatedKtoKprotonKaffinitiesoZKJournaleofe
theeAmericaneChemicaleSocietyWK2007WKabiWKabaigXi 16.4 38

123
αerformanceKofKtensityKvunctionalKTheoryKαroceduresKforKtheKsalculationKofKαrotonXuxchangeK
rarriersjKUnusualKrehaviorKofK—]fXTypeKvunctionalsZKJournaleofeChemicaleTheoryeandeComputationWK
2014WKa]WKcgggXhc

6.4 37

122 qccurateKsomputationKofKsohesiveKunergiesKforKSmallKtoK—ediumXSizedKwoldKslustersZKJournaleofe
ChemicaleTheoryeandeComputationWK2013WKiWKaifdXg] 6.4 37

121 qKrenchmarkKqbKynitioKandKtvTKStudyKofKtheKStructureKandKrindingKofK—ethaneKinKtheKˇ�XqlkaneK
somplexKspσeSs−TbSsxdTZKJournaleofeChemicaleTheoryeandeComputationWK2013WKiWKbaiiXb]h 6.4 35

120 xalogenatedK—etalX−rganicKvrameworkKwlassesKandK–iquidsZKJournaleofetheeAmericaneChemicale
SocietyWK2020WKadbWKchh]Xchi] 16.4 34

119 qssessmentKofKtheoreticalKproceduresKforKhydrogenXatomKabstractionKbyKchlorineWKandKrelatedK
reactionsZKTheoreticaleChemistryeAccountsWK2011WKac]WKbeaXbf] 1.9 34

118 wdXSαWKwdS—αbTXSαWKwdXscWKandKwdS—αbTXscjK—odificationsKtoKwdKandKwdS—αbTKforKtheKTreatmentKofK
—ediumXSizedKσadicalsZKJournaleofeChemicaleTheoryeandeComputationWK2010WKfWKbfdgXec 6.4 34
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117 –ithiumKmonoxideKanionjKaKgroundXstateKtripletKwithKtheKstrongestKbaseKtoKdateZKProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaWK2008WKa]eWKgfdgXea 11.5 34

116 ulectronicWKopticalWKandKcomputationalKstudiesKofKaKredoxXactiveKnapthalenediimideXbasedK
coordinationKpolymerZKInorganiceChemistryWK2013WKebWKadbdfXeb 5.1 33

115 vactorsKinfluencingKtheKformationKofKpolybromideKmonoanionsKinKsolutionsKofKionicKliquidKbromideK
saltsZKPhysicaleChemistryeChemicalePhysicsWK2016WKahWKgbeaXf] 3.6 32

114
vrequencyKScaleKvactorsKforKSomeKtoubleXxybridKtensityKvunctionalKTheoryKαroceduresjKqccurateK
ThermochemicalKsomponentsKforKxighX–evelKsompositeKαrotocolsZKJournaleofeChemicaleTheoryeande
ComputationWK2016WKabWKcggdXh]

6.4 31

113 xydrogenXatomKabstractionKfromKaKmodelKaminoKacidjKdependenceKonKtheKattackingKradicalZKJournale
ofePhysicaleChemistryeBWK2015WKaaiWKghcXh 3.4 29

112 –iquidXphaseKsinteringKofKleadKhalideKperovskitesKandKmetalXorganicKframeworkKglassesZKScienceWK
2021WKcgdWKfbaXfbe 33.3 29

111
uxperimentalKandKcomputationalKstudiesKofKaKmultiXelectronKdonorXacceptorKligandKcontainingKtheK
thiazolo[eWdXd]thiazoleKcoreKandKitsKincorporationKintoKaKmetalXorganicKframeworkZKChemistryeueAe
EuropeaneJournalWK2014WKb]WKageigXf]e

4.8 27

110 uffectKofKprotonationKstateKandKinterposedKconnectorKgroupsKonKbondKdissociationKenthalpiesKofK
alcoholsKandKrelatedKsystemsZKJournaleofePhysicaleChemistryeAWK2014WKaahWKbha]Xi 2.8 26

109
xierarchyKofKrelativeKbondKdissociationKenthalpiesKandKtheirKuseKtoKefficientlyKcomputeKaccurateK
absoluteKbondKdissociationKenthalpiesKforKsXxWKsXsWKandKsXvKbondsZKJournaleofePhysicaleChemistryeAWK
2013WKaagWKcfffXge

2.8 26

108 −nKtheKinclusionKofKpostX—αbKcontributionsKtoKdoubleXhybridKdensityKfunctionalsZKJournaleofe
ComputationaleChemistryWK2016WKcgWKahcXic 3.5 25

107 wasXphaseKinfraredKspectrumKandKacidityKofKtheKradicalKcationKofKiXmethylguanineZKChemicale
CommunicationsWK2013WKdiWKgcdcXe 5.8 25

106 ˙XqrylKwroupsKqreKUbiquitousKinKsrossXtehydrogenativeKsouplingsKrecauseKTheyKStabilizeKσeactiveK
yntermediatesZKChemistryeueAeEuropeaneJournalWK2017WKbcWKicacXicah 4.8 24

105 qpproachesKforKobtainingKaccurateKrateKconstantsKforKhydrogenKabstractionKbyKaKchlorineKatomZK
JournaleofePhysicaleChemistryeAWK2012WKaafWKcgdeXeb 2.8 24

104 [veSseqreTSs−Tbrr]KcomplexesKasKhydrogenaseKmimicsKforKtheKcatalyticKhydrogenKevolutionK
reactionZKAppliedeCatalysiseB:eEnvironmentalWK2018WKbbcWKbcdXbda 21.8 23

103 rromozincateKionicKliquidsKinKtheK•noevenagelKcondensationKreactionZKAppliedeCatalysiseB:e
EnvironmentalWK2018WKbbcWKbbhXbcc 21.8 23

102 vromKsf]KtoKynfinityjK–argeXScaleKζuantumKshemistryKsalculationsKofKtheKxeatsKofKvormationKofK
xigherKvullerenesZKJournaleofetheeAmericaneChemicaleSocietyWK2016WKachWKadb]Xi 16.4 23

101 uthyleneKTrimerisationKwithKsrXα˙αKsatalystsjKqKTheoreticalKrenchmarkingKStudyKandKqssessmentK
ofKsatalystK−xidationKStateZKAustralianeJournaleofeChemistryWK2014WKfgWKadha 1.2 22

100 xeatsKofKvormationKforKsr−WKsr−bWKandKsr−cjKqnKuxtremeKshallengeKforKrlackXroxKsompositeK
αroceduresZKJournaleofeChemicaleTheoryeandeComputationWK2012WKhWKcaeiXff 6.4 22
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99 WhatKfactorsKdetermineKwhetherKaKprotonXboundKhomodimerKhasKaKsymmetricKorKanKasymmetricK
hydrogenKbondoZKMolecularePhysicsWK2009WKa]gWKa]ieXaa]e 1.7 22

98
UseKofK–owXsostKζuantumKshemistryKαroceduresKforKweometryK−ptimizationKandKVibrationalK
vrequencyKsalculationsjKteterminationKofKvrequencyKScaleKvactorsKandKqpplicationKtoKσeactionsKofK
–argeKSystemsZKJournaleofeChemicaleTheoryeandeComputationWK2017WKacWKf]ebXf]f]

6.4 21

97 xowKtoKcomputationallyKcalculateKthermochemicalKpropertiesKobjectivelyWKaccuratelyWKandKasK
economicallyKasKpossibleZKPureeandeAppliedeChemistryWK2017WKhiWKfiiXgac 2.1 19

96 TowardKanKUnderstandingKofKtheKvorcesKrehindKuxtractiveKtesulfurizationKofKvuelsKwithKyonicK
–iquidsZKACSeSustainableeChemistryeandeEngineeringWK2019WKgWKd]hgXd]ic 8.3 19

95 xeteroatomicKdeprotonationKofKsubstitutedKmethanesKandKmethylKradicalsjKtheoreticalKinsightsKintoK
structureWKstabilityWKandKthermochemistryZKJournaleofePhysicaleChemistryeAWK2012WKaafWKabchaXg 2.8 19

94 shemoselectiveKαeptideK–igationâ��tesulfurizationKatKqspartateZKAngewandteeChemieWK2013WKabeWKii]eXii]i3.6 19

93
αrobingKchargeKtransferKcharacteristicsKinKaKdonorXacceptorKmetalXorganicKframeworkKbyKσamanK
spectroelectrochemistryKandKpressureXdependenceKstudiesZKPhysicaleChemistryeChemicalePhysicsWK
2018WKb]WKbeggbXbeggi

3.6 19

92 qccurateKquadrupleX˛¶KbasisXsetKapproximationKforKdoubleXhybridKdensityKfunctionalKtheoryKwithKanK
orderKofKmagnitudeKreductionKinKcomputationalKcostZKTheoreticaleChemistryeAccountsWK2014WKaccWKa 1.9 18

91 −KXKxKrondKtissociationKunergiesZKAustralianeJournaleofeChemistryWK2011WKfdWKcid 1.2 18

90 UnificationKofKtheKWaXKandKwdS—αbTXfXKsompositeKαrotocolsZKJournaleofeChemicaleTheoryeande
ComputationWK2017WKacWKbfdbXbfdi 6.4 17

89 TheKelectronicWKopticalKandKmagneticKconsequencesKofKdelocalizationKinKmultifunctionalK
donorXacceptorKorganicKpolymersZKPhysicaleChemistryeChemicalePhysicsWK2015WKagWKaabebXi 3.6 17

88 SynthesisKofKSVTXluzofuranKandKSXTXancistrofuranZKJournaleofeOrganiceChemistryWK2014WKgiWKhh]Xg 4.2 17

87 qKαalladiumXsatalyzedK—ulticascadeKσeactionjKvacileK–owXTemperatureKxydrogenolysisKofKqctivatedK
˙itrilesKandKσelatedKvunctionalKwroupsZKChemCatChemWK2011WKcWKadifXae]b 5.2 17

86 –owKbarrierKhydrogenolysisKofKtheKcarbonXheteroatomKbondKasKcatalyzedKbyKxqlvSdTZKOrganiceLetters
WK2009WKaaWKgdiXea 6.2 17

85 ShrinkingKgoldKnanoparticlesjKdramaticKeffectKofKaKcryogenicKprocessKonKtannicKacid[sodiumK
citrateXgeneratedKgoldKnanoparticlesZKMaterialseLettersWK2004WKehWKb]bcXb]bf 3.3 17

84 UnravellingKSomeKofKtheK•eyKTransformationsKinKtheKxydrothermalK–iquefactionKofK–igninZK
ChemSusChemWK2017WKa]WKbad]Xbadd 8.3 16

83 −utcomeXchangingKeffectKofKpolarityKreversalKinKhydrogenXatomXabstractionKreactionsZKJournaleofe
PhysicaleChemistryeAWK2015WKaaiWKchdcXg 2.8 16

82 vormulationKofKSmallKTestKSetsKUsingK–argeKTestKSetsKforKufficientKqssessmentKofKζuantumK
shemistryK—ethodsZKJournaleofeChemicaleTheoryeandeComputationWK2018WKadWKdbedXdbfb 6.4 16
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81 UncatalyzedKtransferKhydrogenationKofKquinonesKandKrelatedKsystemsjKaKtheoreticalKmechanisticK
studyZKJournaleofePhysicaleChemistryeAWK2007WKaaaWKfdefXfg 2.8 16

80 UnderstandingK—etalXvreeKsatalyticKxydrogenationjKqKSystematicKTheoreticalKStudyKofKtheK
xydrogenationKofKutheneZKAustralianeJournaleofeChemistryWK2004WKegWKfei 1.2 16

79 ulectricalKdetectionKofKt˙qKhybridizationKwithKmultilayerKgoldKnanoparticlesKbetweenKnanogapK
electrodesZKMicrosystemeTechnologiesWK2005WKaaWKiaXif 1.7 16

78 TheKspectroelectrochemicalKbehaviourKofKredoxXactiveKmanganeseKsalenKcomplexesZKDaltone
TransactionsWK2019WKdhWKcg]dXcgac 4.3 15

77 wdS—αbTXX•jKqKVariantKofKtheKwdS—αbTXfXKsompositeK—ethodKwithKuxpandedKqpplicabilityKforK
—ainXwroupKulementsKupKtoKσadonZKJournaleofeChemicaleTheoryeandeComputationWK2019WKaeWKddghXddhd 6.4 15

76 WatsonXsrickKraseKαairKσadicalKsationKasKaK—odelKforK−xidativeKtamageKinKt˙qZKJournaleofePhysicale
ChemistryeLettersWK2017WKhWKcaeiXcafe 6.4 15

75 qKcomputationalKstudyKofKmethanolXtoXhydrocarbonKconversionKâ��KTowardsKtheKdesignKofKaK
lowXbarrierKprocessZKCanadianeJournaleofeChemistryWK2010WKhhWKhffXhgf 0.9 15

74 xydrogenKfromKvormicKqcidKviaKytsKSelectiveKtisproportionationKoverK˙anodomainX—odifiedK
ZeolitesZKACSeCatalysisWK2015WKeWKdcecXdcfb 13.1 14

73 αreparationKofKanKionKwithKtheKhighestKcalculatedKprotonKaffinityjKXdiethynylbenzeneKdianionZK
ChemicaleScienceWK2016WKgWKfbdeXfbe] 9.4 14

72 ˛–XxydrogenKqbstractionKbyKâ�¢−xKandKâ�¢SxKσadicalsKfromKqminoKqcidsKandKTheirKαeptideKterivativesZK
JournaleofeChemicaleTheoryeandeComputationWK2016WKabWKaf]fXac 6.4 14

71 ˇ�XrondKinitiatedKgenerationKofKarylKradicalsKfromKarylKdiazoniumKsaltsZKOrganiceandeBiomoleculare
ChemistryWK2020WKahWKahabXahai 3.9 13

70 xowKaccurateKareKapproximateKquantumKchemicalKmethodsKatKmodellingKsoluteXsolventKinteractionsK
inKsolvatedKclustersoZKPhysicaleChemistryeChemicalePhysicsWK2020WKbbWKcheeXchff 3.6 13

69 uffectKofKxydrogenKrondingKandKαartialKteprotonationKonKtheK−xidationKofKαeptidesZKJournaleofe
PhysicaleChemistryeAWK2018WKabbWKagdaXagdf 2.8 13

68 qKpolarKeffectsKcontrolledKenantioselectiveKaWbXchlorineKatomKmigrationKviaKaKchlorineXbridgedK
radicalKintermediateZKJournaleofetheeAmericaneChemicaleSocietyWK2002WKabdWKb]ghXi 16.4 13

67 wasXphaseKstructureKandKreactivityKofKtheKketoKtautomerKofKtheKdeoxyguanosineKradicalKcationZK
PhysicaleChemistryeChemicalePhysicsWK2015WKagWKbehcgXdd 3.6 12

66
αerformanceKofKwradientXsorrectedKandKxybridKtensityKvunctionalKTheoryjKσoleKofKtheKUnderlyingK
–ocalKtensityKqpproximationKandKtheKwradientKsorrectionZKJournaleofeChemicaleTheoryeande
ComputationWK2012WKhWKdhiiXi]f

6.4 12

65 StructuresKandKthermochemistryKofKtheKalkaliKmetalKmonoxideKanionsWKmonoxideKradicalsWKandK
hydroxidesZKJournaleofePhysicaleChemistryeAWK2009WKaacWKie]aXa] 2.8 12

64 TheKsUqwqUKSetKofKsoupledXslusterKσeferenceKtataKforKSmallKsopperWKSilverWKandKwoldKsompoundsK
andKqssessmentKofKtvTK—ethodsZKJournaleofePhysicaleChemistryeAWK2019WKabcWKeghaXeghh 2.8 11
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63 σestrictedX−penXShellKwdS—αbTXTypeKαroceduresZKJournaleofePhysicaleChemistryeAWK2016WKab]WKibiiXic]d 2.8 11

62 TransferKhydrogenationKbetweenKethaneKandKethenejKaKcriticalKassessmentKofKtheoreticalK
proceduresZKMolecularePhysicsWK2006WKa]dWKgggXgid 1.7 11

61 UncatalyzedKaWdXhydrogenationKofKpolycyclicKaromaticKhydrocarbonsjKqKcomputationalKstudyZK
ComputationaleandeTheoreticaleChemistryWK2007WKhaaWKacXag 10

60 rioXinspiredKtransitionKmetalXorganicKhydrideKconjugatesKforKcatalysisKofKtransferKhydrogenationjK
experimentKandKtheoryZKChemistryeueAeEuropeaneJournalWK2015WKbaWKbhbaXcd 4.8 9

59 uxcitationKenergiesKexpressedKasKorbitalKenergiesKofK•ohnXShamKdensityKfunctionalKtheoryKwithK
longXrangeKcorrectedKfunctionalsZKJournaleofeComputationaleChemistryWK2020WKdaWKacfhXachc 3.5 9

58 xydrogenKfromKformicKacidKthroughKitsKselectiveKdisproportionationKoverKsodiumKgermanateXXaK
nonXtransitionXmetalKcatalysisKsystemZKAngewandteeChemieeueInternationaleEditionWK2014WKecWKaabgeXi 16.4 9

57 sorrelationKfunctionalKinKscreenedXexchangeKdensityKfunctionalKtheoryKproceduresZKJournaleofe
ComputationaleChemistryWK2017WKchWKbc]gXbcae 3.5 9

56
σoleKofKxydrogenKrondingKonKtheKσeactivityKofKThiylKσadicalsjKqK—assKSpectrometricKandK
somputationalKStudyKUsingKtheKtistonicKσadicalKyonKqpproachZKJournaleofePhysicaleChemistryeAWK2016
WKab]WKhahdXhahi

2.8 9

55
qqueousXαhaseKsonformationsKofK–actoseWK—altoseWKandKSucroseKandKtheKqssessmentKofK–owXsostK
tvTK—ethodsKwithKtheKtSs−˙vKSetKofKsonformersKforKtheKThreeKtisaccharidesZKJournaleofePhysicale
ChemistryeAWK2020WKabdWKehbXei]

2.8 8

54 reyondKtheKxalogenKrondjKuxaminingKtheK–imitsKofKuxtendedKαolybromideK˙etworksKthroughK
ζuantumXshemicalKynvestigationsZKChemistryeueaneAsianeJournalWK2016WKaaWKfhbXf 4.5 8

53 xydrogenXatomKattackKonKphenolKandKtolueneKisKorthoXdirectedZKPhysicaleChemistryeChemicalePhysics
WK2016WKahWKhfbeXcf 3.6 8

52 wasXphaseKsynthesisKandKreactivityKofKlithiumKacetylideKionWK–iXs[tripleKbond]sXZKAngewandteeChemieeue
InternationaleEditionWK2010WKdiWKeafaXd 16.4 8

51 qssessmentKandKdevelopmentKofKtvTKwithKtheKexpandedKsUqwqUXbKsetKofKgroupXaaKclusterK
systemsZKInternationaleJournaleofeQuantumeChemistryWK2021WKabaWKebfdec 2.1 8

50 qpplicationsKofKisodesmicXtypeKreactionsKforKcomputationalKthermochemistryZKWileyeInterdisciplinarye
Reviews:eComputationaleMoleculareScienceWK2021WKaaWKeae]a 7.9 8

49
qKSimpleK—odelKforKσelativeKunergiesKofKqllKvullerenesKσevealsKtheKynterplayKbetweenKyntrinsicK
σesonanceKandKStructuralKteformationKuffectsKinK—ediumXSizedKvullerenesZKJournaleofeChemicale
TheoryeandeComputationWK2019WKaeWKabeeXabfd

6.4 7

48 qccurateKThermochemicalKandK•ineticKStabilitiesKofKsKysomersZKJournaleofePhysicaleChemistryeAWK2018WK
abbWKdgfhXdggg 2.8 7

47 ynterligandKshargeXTransferKynteractionsKinKulectroactiveKsoordinationKvrameworksKrasedKonK˙WK
˙RXticyanoquinonediimineKSts˙ζyTZKInorganiceChemistryWK2018WKegWKigffXiggd 5.1 7

46
shargeXTransferKuxcitationKunergiesKuxpressedKasK−rbitalKunergiesKofK•ohnXShamKtensityK
vunctionalKTheoryKwithK–ongXσangeKsorrectedKvunctionalsZKJournaleofePhysicaleChemistryeAWK2020WK
abdWKh]giXh]hg

2.8 7
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45 SpectroscopicWKelectronicKandKcomputationalKpropertiesKofKaKmixedKtetrachalcogenafulvaleneKandK
itsKchargeKtransferKcomplexZKJournaleofeMaterialseChemistryeCWK2018WKfWKa]ibXaa]d 7.1 7

44 ympactKofKxydrogenKrondingKonKtheKSusceptibilityKofKαeptidesKtoK−xidationZKChemistryeueaneAsiane
JournalWK2017WKabWKadheXadhi 4.5 6

43 xKandKtKattachmentKtoKnaphthalenejKspectraKandKthermochemistryKofKcoldKgasXphaseKaXsa]xiKandK
aXsa]xhtKradicalsKandKcationsZKJournaleofePhysicaleChemistryeAWK2015WKaaiWKcbbeXcb 2.8 6

42 TowardKtheKcompleteKrangeKseparationKofKnonXhybridKexchangeXcorrelationKfunctionalZKJournaleofe
ComputationaleChemistryWK2015WKcfWKhgaXg 3.5 6

41 ˙iXsatalyzedKvormalKsarbonylXuneKσeactionKofKTerminalKqlkenesKviaKsarbonKtioxideKynsertionZK
SynlettWK2018WKbiWKgdbXgdf 2.2 6

40 σapidKαredictionKofKUltravioletXVisibleKSpectraKfromKsonventionalKS˙onXTimeXtependentTKtensityK
vunctionalKTheoryKsalculationsZKJournaleofePhysicaleChemistryeLettersWK2020WKaaWKghhbXghhe 6.4 6

39
vullereneKThermochemicalKStabilityjKqccurateKxeatsKofKvormationKforKSmallKvullerenesWKtheK
ymportanceKofKStructuralKteformationKonKσeactivityWKandKtheKSpecialKStabilityKofKsZKJournaleofe
PhysicaleChemistryeAWK2020WKabdWKffhhXffih

2.8 6

38 rarriometryKXKanKenhancedKdatabaseKofKaccurateKbarrierKheightsKforKgasXphaseKreactionsZKPhysicale
ChemistryeChemicalePhysicsWK2018WKb]WKa]gcbXa]gd] 3.6 5

37 •oopmansRXTypeKTheoremKinK•ohnXShamKTheoryKwithK−ptimallyKTunedK–ongXσangeXsorrectedKS–sTK
vunctionalsZKJournaleofePhysicaleChemistryeAWK2021WKabeWKcdhiXce]b 2.8 5

36
αerformanceKofKtheK−αKcorrelationKfunctionalKinKrelationKtoKitsKformulationjKynfluenceKofKtheK
exchangeKcomponentKandKtheKeffectKofKincorporatingKsameXspinKcorrelationsZKJournaleofe
ComputationaleChemistryWK2016WKcgWKac]fXab

3.5 5

35 TheKrexySSKThreeXσangeKuxchangeKvunctionalKwithKanK−ptimalKVariationKofKxartreeXvockKandKytsKUseK
inKtheKrexySSrXtKtensityKvunctionalKTheoryK—ethodZKJournaleofeComputationaleChemistryWK2019WKd]WKbiXch3.5 5

34 qKcofacialKmetalXorganicKframeworkKbasedKphotocathodeKforKcarbonKdioxideKreductionZKChemicale
ScienceWK2021WKabWKcf]hXcfad 9.4 5

33
qKredoxXactiveKionicKliquidKmanifestingKchargeXtransferKinteractionKbetweenKaKviologenKandK
carbazoleKandKitsKeffectKonKtheKviscosityWKionicKconductivityWKandKredoxKprocessKofKtheKviologenZK
ChemicaleScienceWK2021WKabWKdhgbXdhhb

9.4 5

32
—echanismKforKThreeXsomponentK˙iXsatalyzedKsarbonylâ��uneKσeactionKforKs−bKTransformationjK
WhatKαracticalK–essonsKtoKWeK–earnKfromKtvTK—odellingoZKAustralianeJournaleofeChemistryWK2018WK
gaWKbgb

1.2 5

31
soreX–evelKuxcitationKunergiesKofK˙ucleicKqcidKrasesKuxpressedKasK−rbitalKunergiesKofKtheK
•ohnXShamKtensityKvunctionalKTheoryKwithK–ongXσangeKsorrectedKvunctionalsZKJournaleofePhysicale
ChemistryeAWK2020WKabdWKa]dhbXa]did

2.8 4

30 xydrothermalK–iquefactionKofK˛–X−XdKqrylKutherK–inkagesKinK–igninZKChemSusChemWK2020WKacWKb]]bXb]]f 8.3 4

29 —odellingKtheKuffectKofKsonformationKonKxydrogenXqtomKqbstractionKfromKαeptidesZKAustraliane
JournaleofeChemistryWK2018WKgaWKbeg 1.2 4

28 xydrogenXadductionKtoKopenXshellKgrapheneKfragmentsjKspectroscopyWKthermochemistryKandK
astrochemistryZKChemicaleScienceWK2017WKhWKaahfXaaid 9.4 4
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27 qnK−˙y−—KinvestigationKofKtheKeffectKofKconformationKonKbondKdissociationKenergiesKinKpeptidesZK
JournaleofeComputationaleChemistryWK2019WKd]WKhbXhh 3.5 4

26 ThermochemicalKstabilitiesKofKgiantKfullerenesKusingKdensityKfunctionalKtightKbindingKtheoryKandK
isodesmicXtypeKreactionsZKJournaleofeComputationaleChemistryWK2021WKdbWKbbbXbc] 3.5 4

25 αrotonXboundKhomodimersKinvolvingKsecondXrowKatomsZKTheoreticaleChemistryeAccountsWK2012WKacaWKa 1.9 3

24 sommentKonKtheKionizationKenergyKofKrbvdZKJournaleofePhysicaleChemistryeAWK2012WKaafWKibadXe 2.8 3

23 TheKoutcomeKofKtheKoxidationsKofKunusualKenediamideKmotifsKisKgovernedKbyKtheKstabilitiesKofKtheK
intermediateKiminiumKionsZKPLoSeONEWK2012WKgWKedgbbd 3.7 3

22 renchmarkKstudyKofKtvTKandKcompositeKmethodsKforKbondKdissociationKenergiesKinKargonK
compoundsZKChemicalePhysicsWK2020WKecaWKaa]fgf 2.3 3

21 qnKimprovedKSlaterRsKtransitionKstateKapproximationZKJournaleofeChemicalePhysicsWK2021WKaeeWK]cda]a 3.9 3

20 xydrogenKfromKvormicKqcidKthroughKytsKSelectiveKtisproportionationKoverKSodiumKwermanateâ��qK
˙onXTransitionX—etalKsatalysisKSystemZKAngewandteeChemieWK2014WKabfWKaadegXaadfa 3.6 2

19 StereoselectiveKradicalKbrominationKofK˛–XchloroKhydrocinnamicKacidKderivativesZKTetrahedroneLettersWK
2000WKdaWKbfgaXbfgd 2 2

18 qccurateKζuantumKshemicalKαredictionKofKwasXαhaseKqnionKrindingKqffinitiesKandKTheirK
StructureXrindingKσelationshipsZKJournaleofePhysicaleChemistryeAWK2021WKabeWKihchXihea 2.8 2

17 vluorinationKeffectKonKelectrochemistryKofKdibutylKviologenKinKaqueousKsolutionZKJournaleofe
ElectroanalyticaleChemistryWK2020WKhefWKaacfia 4.1 2

16 qccurateKxeatsKofKvormationKforKαolycyclicKqromaticKxydrocarbonsjKqKxighX–evelKqbKynitioK
αerspectiveZKJournaleofeChemicalemamp;eEngineeringeDataWK2021WKffWKcdecXcdfb 2.8 2

15 wasXαhaseKSynthesisKandKσeactivityKofK–ithiumKqcetylideKyonWK–iososâ��ZKAngewandteeChemieWK2010WK
abbWKebhgXebi] 3.6 1

14 vluorescenceKunhancementKthroughKsonfinedK−ligomerizationKinK˙anochannelsjKqnKqnthrylK
−ligomerKinKaK—etalX−rganicKvrameworkK2021WKcWKaeiiXaf]d 1

13 σeXexaminingKtheKelectronicKstructureKofKfluorescentKtetraXsilverKclustersKinKzeolitesZKPhysicale
ChemistryeChemicalePhysicsWK2021WKbcWKaihdXaiic 3.6 1

12 SolvationKofKtheKwlycylKσadicalZKJournaleofePhysicaleChemistryeAWK2018WKabbWKgbabXgbag 2.8 1

11 xydrideKqffinitiesKforK—ainXwroupKxydrideKσeductantsjKqssessmentKofKtensityKvunctionalsKandK
TrendsKinKσeactivitiesZKJournaleofePhysicaleChemistryeAWK2021WKabeWKhceXhdb 2.8 1

10 xigherXorderKtransitionKstateKapproximationZZKJournaleofeChemicalePhysicsWK2022WKaefWKaadaab 3.9 1

(2022-2019)
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9 —ethylationKwithKtimethylKsarbonate[timethylKSulfideK—ixturesjKqnKyntegratedKαrocessKwithoutK
qdditionKofKqcid[raseKandKvormationKofKσesidualKSaltsZZKChemSusChemWK2021WKeb]ba]bech 8.3 1

8 —ultiXinteractiveKsoordinationK˙etworkKveaturingKaK–igandKwithKTopologicallyKysolatedKpK−rbitalsZK
InorganiceChemistryWK2021WKf]WKaghehXaghfd 5.1 0

7 qccurateKThermochemistryKforK—ainXwroupKulementsKupKtoKXenonKwithKtheKWXαcdKSeriesKofK
sompositeK—ethodsZKJournaleofeChemicaleTheoryeandeComputationWK2021WKagWKeg]dXegad 6.4 0

6 SubstituentKeffectsKonKthroughXspaceKintervalenceKchargeKtransferKinKcofacialKmetalXorganicK
frameworksZKFaradayeDiscussionsWK2021WKbcaWKaebXafg 3.6 0

5 αolycyclicKaromaticKhydrocarbonsjKfromKsmallKmoleculesKthroughKnanoXsizedKspeciesKtowardsKbulkK
grapheneZKPhysicaleChemistryeChemicalePhysicsWK2021WKbcWKaggacXaggbc 3.6 0

4 αhotoXcontrolKofKbimolecularKreactionsjKreactivityKofKtheKlongXlivedKσhodamineKfwKtripletKexcitedK
stateKwithK¸�˙−ZKPhysicaleChemistryeChemicalePhysicsWK2021WKbcWKbe]chXbe]dg 3.6 0

3
SVTXSbσWcSTXcXrromoXbXchloroX˙W˙XdiisopropylXcXphenylpropanamideKandK
SVTXSbσWcSTXcXbromoXbXchloroX˙XSdXnitrophenylTXcXphenylpropanamideZKActaeCrystallographicae
SectioneC:eCrystaleStructureeCommunicationsWK2000WKefWKecedXecee

2 αrotonXboundKhomodimersKinvolvingKsecondXrowKatomsZKHighlightseineTheoreticaleChemistryWK2012WKaeXbb

1 TheKelectrochemicalKreductionKofKaKflexibleK—nSyyTKsalenXbasedKmetalXorganicKframeworkZKDaltone
TransactionsWK2021WKe]WKabhbaXabhbe 4.3
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