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175 PhysicalKandKchemicalKbasisKofKcarbonKisotopeKfractionationKinKplantsYKPlanttfCellfandfEnvironmentWK
1992WK]dWK][hhX]][c 8.4 175

174 yα–uvvhgYKqKprogramKforKstudiesKofKisotopeKeffectsKusingKxessianKmodificationsYKJournalfoff
MathematicalfChemistryWK1999WKaeWKfdXge 2.1 141

173 qKαtudyKonKtheKqctivationKofKsarboxylicKqcidsKbyK“eansKofKaXshloroXcWeXdimethoxyX]WbWdXtriazineK
andKaXshloroXcWeXdiphenoxyX]WbWdXtriazineYKJournalfoffOrganicfChemistryWK1998WKebWKcacgXcadd 4.2 100

172
souplingKofKhydrogenicKtunnelingKtoKactiveXsiteKmotionKinKtheKhydrogenKradicalKtransferKcatalyzedK
byKaKcoenzymeKr]aXdependentKmutaseYKProceedingsfoffthefNationalfAcademyfoffSciencesfoffthef
UnitedfStatesfoffAmericaWK2007WK][cWK][ffcXh

11.5 74

171 somputationalKinsightsKintoKtheKmechanismKofKradicalKgenerationKinKr]aXdependentK
methylmalonylXsoqKmutaseYKJournalfoffthefAmericanfChemicalfSocietyWK2006WK]agWK]agfXha 16.4 68

170 αolventXdependentKtransitionKstatesKforKdecarboxylationsYKJournalfoffthefAmericanfChemicalfSocietyWK
2001WK]abWKfegbXe 16.4 65

169 sarbonKisotopeKeffectKonKdehydrationKofKbicarbonateKionKcatalyzedKbyKcarbonicKanhydraseYK
BiochemistryWK1985WKacWKd]cbXf 3.2 65

168
renchmarkKΔesultsKforKxydrogenKqtomKβransferKbetweenKsarbonKsentersKandKValidationKofK
ulectronicKαtructureK“ethodsKforKrondKunergiesKandKrarrierKxeightsYKJournalfoffPhysicalfChemistryfA
WK2004WK][gWKacfdXacge

2.8 63

167 ynvestigationKofKtheKenzymaticKmechanismKofKyeastKorotidineXdRXmonophosphateKdecarboxylaseK
usingK]bsKkineticKisotopeKeffectsYKBiochemistryWK1991WKb[WKea]eXab 3.2 62

166 qlteredKtransitionKstateKforKtheKreactionKofKanKΔ”qKmodelKcatalyzedKbyKaKdinuclearKzincSyyTKcatalystYK
JournalfoffthefAmericanfChemicalfSocietyWK2008WK]b[WK]fgdgXee 16.4 59

165 rindingKisotopeKeffectsYKChemicalfReviewsWK2013WK]]bWKfgd]Xfh 68.1 58

164 αynthesisWKcytotoxicKeffectWKandKstructureXactivityKrelationshipKofKPdSyyTKcomplexesKwithKcoumarinK
derivativesYKInorganicfChemistryWK2006WKcdWKheggXhd 5.1 53

163 xXrondingKinKqlcoholsKysKΔeflectedKinKtheKs˛–â��xKrondKαtrengthiKKVariationKofKsâ��tKVibrationalK
vrequencyKandKvractionationKvactorYKJournalfoffthefAmericanfChemicalfSocietyWK2000WK]aaWK]]ee[X]]eeh 16.4 48

162 shlorineKkineticKisotopeKeffectsKonKtheKhaloalkaneKdehalogenaseKreactionYKJournalfoffthefAmericanf
ChemicalfSocietyWK2001WK]abWKcdd[Xd 16.4 46

161
tvβKandK–”y–“Stvβi““TKstudiesKonKsoXsKbondKcleavageKandKhydrogenKtransferKinKr]aXdependentK
methylmalonylXsoqKmutaseYKαtepwiseKorKconcertedKmechanismoYKJournalfoffthefAmericanfChemicalf
SocietyWK2009WK]b]WKd]]dXad

16.4 44

160
uxperimentalKandKtheoreticalKmultipleKkineticKisotopeKeffectsKforKanKα”aKreactionYKqnKattemptKtoK
determineKtransitionXstateKstructureKandKtheKabilityKofKtheoreticalKmethodsKtoKpredictKexperimentalK
kineticKisotopeKeffectsYKChemistryfufAfEuropeanfJournalWK2003WKhWKaeheXf[h

4.8 44

159 xowKWellKtoesK“icrosolvationKΔepresentK“acrosolvationoKqKβestKsaseiKKtynamicsKofK
tecarboxylationKofKcXPyridylaceticKqcidKZwitterionYKJournalfoffPhysicalfChemistryfBWK2002WK][eWKaf[gXaf]b3.4 42
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158 ysotopeKuffectsK2009WK 34

157 shlorineKkineticKisotopeKeffectsKonKenzymaticKdehalogenationsYKAccountsfoffChemicalfResearchWK
2003WKbeWK]a[Xe 24.3 34

156 uquilibriumKisotopeKeffectKonKternaryKcomplexKformationKofK[]X]g–]oxamateKwithK”qtxKandK
lactateKdehydrogenaseYKBiochemistryWK1995WKbcWKe[d[Xg 3.2 33

155 sarbonKkineticKisotopeKeffectsKonKtheKspontaneousKandKantibodyXcatalyzedKdecarboxylationKofK
dXnitroXbXcarboxybenzisoxazoleYKJournalfoffthefAmericanfChemicalfSocietyWK1993WK]]dWK]c][X]c]b 16.4 33

154 qKnewKmethodKofKdeterminingKchlorineKkineticKisotopeKeffectsYKAnalyticalfChemistryWK1998WKf[WKbdcgXda 7.8 32

153 KineticKisotopeKeffectsKonKdehalogenationsKatKanKaromaticKcarbonYKEnvironmentalfSciencefmamp;f
TechnologyWK2008WKcaWKffccXd[ 10.3 32

152 ysotopicKanalysisKofKoxidativeKpollutantKdegradationKpathwaysKexhibitingKlargeKxKisotopeK
fractionationYKEnvironmentalfSciencefmamp;fTechnologyWK2013WKcfWK]bcdhXeg 10.3 31

151 rindingKisotopeKeffectsKasKaKtoolKforKdistinguishingKhydrophobicKandKhydrophilicKbindingKsitesKofK
xyVX]KΔβYKJournalfoffPhysicalfChemistryfBWK2015WK]]hWKh]fXaf 3.4 30

150 “odelingKofKisotopeKeffectsKonKbindingKoxamateKtoKlacticKdehydrogenaseYKJournalfoffPhysicalf
ChemistryfBWK2009WK]]bWK]afgaXh 3.4 30

149 ”itrogenKandKdeuteriumKisotopeKeffectsKonKquaternizationKofK”W”XdimethylXpXtoluidineYKJournalfoff
thefAmericanfChemicalfSocietyWK1991WK]]bWK]eh]X]ehb 16.4 30

148
tependenceKofKtransitionKstateKstructureKonKsubstrateiKtheKintrinsicKsX]bKkineticKisotopeKeffectKisK
differentKforKphysiologicalKandKslowKsubstratesKofKtheKornithineKdecarboxylaseKreactionKbecauseKofK
differentKhydrogenKbondingKstructuresYKJournalfoffthefAmericanfChemicalfSocietyWK2005WK]afWKdc]cXaa

16.4 29

147
βheKeffectKofKsolventKonKtheKstructureKofKtheKtransitionKstateKforKtheKαS”TaKreactionKbetweenK
cyanideKionKandKethylKchlorideKinKt“α–KandKβxvKprobedKwithKsixKdifferentKkineticKisotopeKeffectsYK
JournalfoffOrganicfChemistryWK2006WKf]WKcfcaXf

4.2 29

146 riologicalKandKdockingKstudiesKofKtopoisomeraseKyVKinhibitionKbyKthiosemicarbazidesYKJournalfoff
MolecularfModelingWK2011WK]fWKaahfXb[b 2 27

145 “echanismKofKsobalaminX“ediatedKΔeductiveKtehalogenationKofKshloroethylenesYKACSfCatalysisWK
2017WKfWKdahcXdb[f 13.1 26

144 βhiolâ��thioneKtautomericKformsKrecognitionKonKtheKexampleKofK
cX[bXSaXmethylXfuranXbXylTXdXthioxoX]WaWcXtriazolinXcXyl]aceticKacidYKHeteroatomfChemistryWK2008WK]hWKbbfXbcc1.2 26

143 qKtheoreticalKinvestigationKofKalphaXcarbonKkineticKisotopeKeffectsKandKtheirKrelationshipKtoKtheK
transitionXstateKstructureKofKαS”TaKreactionsYKJournalfoffOrganicfChemistryWK2005WKf[WKc[aaXf 4.2 26

142 qKnewKinterpretationKofKchlorineKleavingKgroupKkineticKisotopeKeffectskKaKtheoreticalKapproachYK
JournalfoffOrganicfChemistryWK2004WKehWKch[[Xd 4.2 26

141 qKtvβKstudyKofKtheKcisXdihydroxylationKofKnitroaromaticKcompoundsKcatalyzedKbyKnitrobenzeneK
dioxygenaseYKJournalfoffPhysicalfChemistryfBWK2014WK]]gWKbacdXde 3.4 25
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140 tvβKstudyKofKtrichloroetheneKreactionKwithKpermanganateKinKaqueousKsolutionYKEnvironmentalf
Sciencefmamp;fTechnologyWK2011WKcdWKb[[eX]] 10.3 25

139 βheoreticalKevaluationKofKtheKhydrogenKkineticKisotopeKeffectKonKtheKfirstKstepKofKtheK
methylmalonylXsoqKmutaseKreactionYKJournalfoffInorganicfBiochemistryWK2001WKgeWKeg]Xh 4.2 25

138 qnalyzingKsitesKofK–xKradicalKattackKSringKvsYKsideKchainTKinKoxidationKofKsubstitutedKbenzenesKviaK
dualKstableKisotopeKanalysisKS˛·S]bTsKandK˛·SaTxTYKSciencefoffthefTotalfEnvironmentWK2016WKdcaWKcgcXhc 10.2 25

137 “odelingKexcitationKpropertiesKofKiridiumKcomplexesYKJournalfoffPhysicalfOrganicfChemistryWK2009WK
aaWKgcdXgde 2.1 24

136 qssessingKmolecularKdockingKtoolsKforKrelativeKbiologicalKactivityKpredictioniKaKcaseKstudyKofKtriazoleK
xyVX]K””ΔβysYKJournalfoffChemicalfInformationfandfModelingWK2013WKdbWKbbaeXca 6.1 23

135 uxtendingKlimitsKofKchlorineKkineticKisotopeKeffectsYKJournalfoffOrganicfChemistryWK2012WKffWKd]a[Xc 4.2 23

134 αubstrateKandKunzymeKαpecificityKofKtheKKineticKysotopeKuffectsKqssociatedKwithKtheKtioxygenationK
ofK”itroaromaticKsontaminantsYKEnvironmentalfSciencefmamp;fTechnologyWK2016WKd[WKef[gX]e 10.3 23

133 ]WcXtisubstitutedKthiosemicarbazideKderivativesKareKpotentKinhibitorsKofKβoxoplasmaKgondiiK
proliferationYKMoleculesWK2014WK]hWKhhaeXcb 4.8 22

132 αtructuralKqspectsKandKΔearrangementKofKΔadicalKsationsKweneratedKfromK”qtxKqnaloguesYK
JournalfoffthefAmericanfChemicalfSocietyWK1996WK]]gWKeh]Xeha 16.4 22

131
βheKassignmentKofKtheKabsoluteKconfigurationKofKdiethylKhydroxyXKandKaminophosphonatesKbyK]xK
andKb]PK”“ΔKusingKnaproxenKasKaKreliableKchiralKderivatizingKagentYKJournalfoffOrganicfChemistryWK
2007WKfaWKgfgXgf

4.2 21

130 KineticKisotopeKeffectsKonKsubstrateKassociationiKreactionsKofKphosphoenolpyruvateKwithK
phosphoenolpyruvateKcarboxylaseKandKpyruvateKkinaseYKBiochemistryWK1995WKbcWKadffXgb 3.2 21

129 “olecularKtynamicsKαimulationKofK”itrobenzeneKtioxygenaseKδsingKq“ruΔKvorceKvieldYKJournalfoff
ChemicalfTheoryfandfComputationWK2014WK][WKaaceXaadc 6.4 20

128 βheoreticalKcalculationsKofKheavyXatomKisotopeKeffectsYKComputersfmfChemistryWK1995WK]hWKab]Xc[ 20

127 αtructureXcytotoxicKactivityKrelationshipKofKbXarylideneflavanoneKandKchromanoneKSuWZKisomersTKandK
bXarylflavonesYKBioorganicfandfMedicinalfChemistryfLettersWK2013WKabWKc][aXe 2.9 19

126 αynthesisWKcrystalKstructureWKtheoreticalKcalculationKandKcytotoxicKeffectKofKnewKPtSyyTWKPdSyyTKandK
suSyyTKcomplexesKwithKpyridineXpyrazolesKderivativesYKNewfJournalfoffChemistryWK2008WKbaWKaabg 3.6 19

125 ”itrogenKandKdeuteriumKkineticKisotopeKeffectsKonKtheK“enshutkinKreactionYKJournalfoffPhysicalf
OrganicfChemistryWK1996WKhWKbdXc[ 2.1 18

124 “easurementsKofKheavyXatomKisotopeKeffectsKusingK]xK”“ΔKspectroscopyYKJournalfoffOrganicf
ChemistryWK2011WKfeWKg[bbXd 4.2 17

123 qKtvβKαtudyKofKtheKKineticKysotopeKuffectsKonKtheKsompetingKα”aKandKuaKΔeactionsKbetweenK
xypochloriteKqnionKandKuthylKshlorideYKJournalfoffChemicalfTheoryfandfComputationWK2009WKdWKbbXe 6.4 17
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122 rorderlineKbetweenKu]crKandKuaKmechanismsYKshlorineKisotopeKeffectsKinKbaseXpromotedK
eliminationKΔeactionsYKJournalfoffOrganicfChemistryWK2002WKefWK]ffXg] 4.2 17

121 βriazoleXbasedKcompoundKasKaKcandidateKtoKdevelopKnovelKmedicinesKtoKtreatKtoxoplasmosisYK
AntimicrobialfAgentsfandfChemotherapyWK2014WKdgWKfdgbXd 5.9 16

120 “echanismKofKtheKreactionKcatalyzedKbyKtLXaXhaloacidKdehalogenaseKasKdeterminedKfromKkineticK
isotopeKeffectsYKBiochemistryWK2006WKcdWKe[]aXf 3.2 16

119 βritiumKsecondaryKkineticKisotopeKeffectKonKphenylalanineKammoniaXlyaseXcatalyzedKreactionYK
ArchivesfoffBiochemistryfandfBiophysicsWK1999WKbf[WKa]eXa] 4.1 16

118 PhosphorusXsulfurKbondKorderKinKphosphothioateKanionsYKJournalfoffthefAmericanfChemicalfSocietyWK
1986WK][gWK]fa[X]faa 16.4 16

117 tifferencesKandKsimilaritiesKinKbindingKofKpyruvateKandKLXlactateKinKtheKactiveKsiteKofK“cKandKxcK
isoformsKofKhumanKlactateKdehydrogenaseYKArchivesfoffBiochemistryfandfBiophysicsWK2011WKd[dWKbbXc] 4.1 15

116 ymportanceKofKtheKlactateKdehydrogenaseKquaternaryKstructureKinKtheoreticalKcalculationsYKJournalf
offPhysicalfChemistryfBWK2010WK]]cWKbbhbXf 3.4 15

115 −uantumKcatalysisKinKr]aXdependentKmethylmalonylXsoqKmutaseiKexperimentalKandKcomputationalK
insightsYKPhilosophicalfTransactionsfoffthefRoyalfSocietyfB:fBiologicalfSciencesWK2006WKbe]WK]bbbXh 5.8 15

114 –nKtheKapplicationKofKtheKsteadyKstateKtoKkineticKisotopeKeffectsYKJournalfoffthefAmericanfChemicalf
SocietyWK1985WK][fWKf[f[Xf[f] 16.4 15

113 riologicalKevaluationKandKmolecularKmodellingKstudyKofKthiosemicarbazideKderivativesKasKbacterialK
typeKyyqKtopoisomerasesKinhibitorsYKJournalfoffEnzymefInhibitionfandfMedicinalfChemistryWK2016WKb]WK]cXaa5.6 14

112
ulucidationKofKtheKmechanismKofK”XdemethylationKcatalyzedKbyKcytochromeKPcd[KmonooxygenaseK
isKfacilitatedKbyKexploitingKnitrogenX]dKheavyKisotopeKeffectsYKArchivesfoffBiochemistryfandf
BiophysicsWK2011WKd][WKbdXc]

4.1 13

111 βheoreticalKevaluationKofKisotopicKfractionationKfactorsKinKoxidationKreactionsKofKbenzeneWKphenolK
andKchlorophenolsYKJournalfoffMolecularfModelingWK2011WK]fWKaagdXhe 2 13

110 “echanismKofKcXmethylX]WaWcXtriazolXbXthioleKreactionKwithKformaldehydeYKqKtvβKstudyYKJournalfoff
PhysicalfOrganicfChemistryWK2007WKa[WK][cbX][ch 2.1 13

109 ProgressKinKunderstandingKtheK”XdemethylationKofKalkaloidsKbyKexploitingKisotopicKtechniquesYK
PhytochemistryfReviewsWK2007WKeWKd]Xeb 7.7 13

108 ”onXstatisticalK]bsKvractionationKtistinguishesKsoXincidentKandKtivergentKαtepsKinKtheKriosynthesisK
ofKtheKqlkaloidsK”icotineKandKβropineYKJournalfoffBiologicalfChemistryWK2016WKah]WK]eea[Xh 5.4 12

107 rindingKmodesKofKtLXaXhaloacidKdehalogenaseKrevealedKbyKcrystallographyWKmodelingKandKisotopeK
effectsKstudiesYKArchivesfoffBiochemistryfandfBiophysicsWK2013WKdc[WKaeXba 4.1 12

106
sytochromeKPcd[XcatalyzedKdegradationKofKnicotineiKfundamentalKparametersKdeterminingK
hydroxylationKbyKcytochromeKPcd[KaqeKatKtheKdRXcarbonKorKtheKnXmethylKcarbonYKJournalfoffPhysicalf
ChemistryfBWK2012WK]]eWKfgafXc[

3.4 12

105
ynvestigationKofKtheKmechanismKofKnicotineKdemethylationKinK”icotianaKthroughKaxKandK]d”KheavyK
isotopeKeffectsiKimplicationKofKcytochromeKPcd[KoxidaseKandKhydroxylKionKtransferYKArchivesfoff
BiochemistryfandfBiophysicsWK2007WKcdgWK]fdXgb

4.1 12
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104 KineticKisotopeKeffectsKonKtheK“enshutkinKreactioniKβheoryKversusKexperimentYKJournalfoffPhysicalf
OrganicfChemistryWK1996WKhWKc]Xch 2.1 12

103 ysotopeKeffectsKonKbindingYKJournalfoffMolecularfStructureWK1996WKbfgWKbdXcb 3.4 12

102 tvβKαtudiesKofKα”aKtechlorinationKofKPolychlorinatedKriphenylsYKEnvironmentalfSciencefmamp;f
TechnologyWK2016WKd[WKeahbXg 10.3 11

101 qKtvβKandK–”y–“KstudyKofKsXxKhydroxylationKcatalyzedKbyKnitrobenzeneK]WaXdioxygenaseYKPhysicalf
ChemistryfChemicalfPhysicsWK2014WK]eWK]bgghXhh 3.6 11

100 rindingKligandsKandKcofactorKtoKLXlactateKdehydrogenaseKfromKhumanKskeletalKandKheartKmusclesYK
JournalfoffPhysicalfChemistryfBWK2011WK]]dWKebeeXfe 3.4 11

99
βautomericKformsKstudyKofK]xXSaRXpyridylTXbXmethylXdXhydroxypyrazoleKandK
]xXSaRXpyridylTXbXphenylXdXhydroxypyrazoleYKαynthesisWKstructureWKandKcytotoxicKactivityKofKtheirK
complexesKwithKpalladiumSyyTKionsYKJournalfoffEnzymefInhibitionfandfMedicinalfChemistryWK2009WKacWK]adfXeg

5.6 11

98 salculationsKofKsubstituentKandKsolventKeffectsKonKtheKkineticKisotopeKeffectsKofK“enshutkinK
reactionsYKJournalfoffOrganicfChemistryWK2003WKegWKgabaXd 4.2 11

97 shlorineKysotopeKuffectsKonKshemicalKΔeactionsYKCurrentfOrganicfChemistryWK2005WKhWKfdXgg 1.7 11

96 αomeKanalyticalKaspectsKofKtheKmeasurementKofKheavyXatomKkineticKisotopeKeffectsYKTalantaWK1987WK
bcWKgffXgb 6.2 11

95
sytotoxicKeffectKandKmolecularKdockingKofK
cXethoxycarbonylmethylX]XSpiperidinXcXylcarbonylTXthiosemicarbazideXXaKnovelKtopoisomeraseKyyK
inhibitorYKJournalfoffMolecularfModelingWK2013WK]hWK]b]hXac

2 10

94 PharmacologicalKandKstructureXactivityKrelationshipKevaluationKofK
cXarylX]XdiphenylacetylSthioTsemicarbazidesYKMoleculesWK2014WK]hWKcfcdXdh 4.8 10

93 ysotopicKfractionationKXKchemicalKvYKenvironmentalKperspectiveYKEnvironmentalfChemistryWK2012WKhWKef 3.2 10

92 ValidationKofKsemiempiricalKmethodsKforKmodelingKofKcorrinoidKsystemsYKJournalfoffInorganicf
BiochemistryWK2004WKhgWK][fgXge 4.2 10

91
teterminationKofKtheKchlorineKkineticKisotopeKeffectKonKtheKcXchlorobenzoylXsoqK
dehalogenaseXcatalyzedKnucleophilicKaromaticKsubstitutionYKArchivesfoffBiochemistryfandfBiophysicsWK
2002WKbhgWKachXda

4.1 10

90 αemiempiricalKcalculationsKofKtheKoxygenKequilibriumKisotopeKeffectKonKbindingKofKoxamateKtoK
lactateKdehydrogenaseYKEuropeanfBiophysicsfJournalWK1994WKabWKbdbXe[ 1.9 10

89 αearchKforKhumanKt”qKtopoisomeraseKyyKpoisonsKinKtheKgroupKofK
aWdXdisubstitutedX]WbWcXthiadiazolesYKJournalfoffEnzymefInhibitionfandfMedicinalfChemistryWK2015WKb[WK][a]Xe5.6 9

88 uvolvedKvusariumKoxysporumKlaccaseKexpressedKinKαaccharomycesKcerevisiaeYKScientificfReportsWK
2020WK][WKbacc 4.9 9

87 ynsightsKintoKtheKroleKofKmethionineKsynthaseKinKtheKuniversalKsKdepletionKinK–XKandK”XmethylKgroupsK
ofKnaturalKproductsYKArchivesfoffBiochemistryfandfBiophysicsWK2017WKebdWKe[Xed 4.1 9
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86 ValenceKanionsKofK”XacetylprolineKinKtheKgasKphaseiKcomputationalKandKanionKphotoelectronK
spectroscopicKstudiesYKJournalfoffChemicalfPhysicsWK2011WK]bdWK]]cb[] 3.9 9

85 ]bsKandKS]dT”KKineticKysotopeKuffectsKonKtheKtecarboxylationKofKbXsarboxybenzisoxazoleYKβheoryKvsK
uxperimentYKJournalfoffOrganicfChemistryWK1997WKeaWKfb[dXfb[h 4.2 9

84 somputationalKstudiesKofKtheKcyclizationKofKthiosemicarbazidesYKJournalfoffPhysicalfOrganicf
ChemistryWK2007WKa[WKcebXceg 2.1 9

83 PreparationKofK]g–XlabelledKnicotinamideYKJournalfoffLabelledfCompoundsfandfRadiopharmaceuticals
WK2002WKcdWK][[dX][][ 1.9 9

82 xeavyKatomKisotopeKeffectsKonKenzymaticKreactionsYKJournalfoffMolecularfStructureWK1994WKba]WKbdXcc 3.4 9

81 ]bsK”“ΔKandK]xX]xK”–usKofKsoenzymeXqiKsonformationKofKtheKPantoicKqcidK“oietyYKBioorganicf
ChemistryWK1995WKabWK]ehX]g] 5.1 9

80 αynthesisKandKantibacterialKactivityKofK]WcXdibenzoylthiosemicarbazideKderivativesYKBiomedicinefandf
PharmacotherapyWK2017WKggWK]abdX]aca 7.5 8

79 somparisonKofKquantitativeK”“ΔKandKyΔ“αKforKtheKauthenticationKofKRPolishKVodkaRYKJournalfoffthef
SciencefoffFoodfandfAgricultureWK2019WKhhWKaebXaeg 4.3 8

78
“echanisticKqnalysisKofKtheKraseXsatalyzedKxvKuliminationKfromK
cXvluoroXcXScRXnitrophenylTbutaneXaXoneKrasedKonKLiquidXPhaseKKineticKysotopeKuffectsKsalculatedK
byKtynamicsK“odelingKwithK“ultidimensionalKβunnelingYKJournalfoffChemicalfTheoryfandf
ComputationWK2009WKdWKdhXef

6.4 8

77 unzymeKmechanismsKfromKmolecularKmodelingKandKisotopeKeffectsYKArchivesfoffBiochemistryfandf
BiophysicsWK2008WKcfcWKafcXga 4.1 8

76 αynthesisKandKpharmacologicalKpropertiesKofK
bXSaXmethylXfuranXbXylTXcXsubstitutedX˛�aX]WaWcXtriazolineXdXthionesYKOpenfChemistryWK2008WKeWKcfXdb 1.6 8

75 shlorineKkineticKisotopeKeffectKonKtheKfluoroacetateKdehalogenaseKreactionYKJournalfoffthefAmericanf
ChemicalfSocietyWK2001WK]abWKh]haXb 16.4 8

74 αulfurXbcWKsulfurXbeWKandKoxygenX]gKisotopeKeffectsKonKphosphorusXb]KchemicalKshiftsKinK
thiophosphateKanhydridesYKJournalfoffthefAmericanfChemicalfSocietyWK1985WK][fWK]c[hX]c]] 16.4 8

73 ”onXstatisticalKisotopeKfractionationKasKaKnovelKâ��retroXbiosyntheticâ��KapproachKtoKunderstandingK
alkaloidKmetabolicKpathwaysYKPhytochemistryfLettersWK2017WKa[WKchhXd[e 1.9 7

72 αearchingKforKnovelKscaffoldKofKtriazoleKnonXnucleosideKinhibitorsKofKxyVX]KreverseKtranscriptaseYK
JournalfoffEnzymefInhibitionfandfMedicinalfChemistryWK2016WKb]WKcg]Xh 5.6 7

71 qntimicrobialKPropertiesKofKcXqrylXbXSaXmethylXfuranXbXylTX˛�aX]WaWcXtriazolineXdXthionesYKPhosphorustf
SulfurfandfSiliconfandfthefRelatedfElementsWK2009WK]gcWKb]chXb]dh 1 7

70 sorrelatingKbiologicalKactivityKwithKcalculatedKgeometricKmotifsKinKcyclolinopeptideKqKanalogsYK
JournalfoffPhysicalfOrganicfChemistryWK2004WK]fWKeadXeb[ 2.1 7

69 ysotopeKeffectKevidenceKforKtheKzincKhydroxideKmechanismKofKcarbonicKanhydraseKcatalysisYK
BiochemistryWK1987WKaeWK]fagXb] 3.2 7
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68 sanKqdsorptionKonKwrapheneKbeKδsedKforKysotopicKunrichmentoKqKtvβKPerspectiveYKMoleculesWK2018WK
abWK 4.8 7

67
βheKcytotoxicKeffectKofKspiroflavanoneKderivativesWKtheirKbindingKabilityKtoKhumanKserumKalbuminK
SxαqTKandKaKtvβKstudyKonKtheKmechanismKofKtheirKsynthesisYKJournalfoffMolecularfStructureWK2017WK
]]bfWKaefXafe

3.4 6

66 WhatKdoKdockingKandK−αqΔKtellKusKaboutKtheKdesignKofKxyVX]KreverseKtranscriptaseKnonnucleosideK
inhibitorsoYKJournalfoffMolecularfModelingWK2017WKabWKb]f 2 6

65 LipophilicityKαtudiesKonKβhiosemicarbazideKterivativesYKMoleculesWK2017WKaaWK 4.8 6

64
aX–“eXlysophosphatidylcholineKanaloguesKareKwPΔ]]hKligandsKandKactivateKinsulinKsecretionKfromK
˛†βsXbKpancreaticKcellsiKuvaluationKofKstructureXdependentKbiologicalKactivityYKBiochimicafEtf
BiophysicafActafufMolecularfandfCellfBiologyfoffLipidsWK2018WK]gebWKh]X][b

5 6

63 qKtvβKstudyKofKpermanganateKoxidationKofKtolueneKandKitsKorthoXnitroderivativesYKJournalfoff
MolecularfModelingWK2014WKa[WKa[h] 2 6

62 sytochromeKPcd[K“onooxygenaseXsatalyzedKΔingK–peningKofKtheKricyclicKqmineWK”ortropineiKqnK
uxperimentalKandKtvβKsomputationalKαtudyYKChemCatChemWK2012WKcWKdb[Xdbh 5.2 6

61 qreKmutatedKenzymesKgoodKmodelsKforKinterpretationKofKintrinsicKisotopeKeffectsoYKComputationalf
andfTheoreticalfChemistryWK1998WKcdcWKehXfd 6

60 shemicalKandKPharmacologicalKPropertiesKofKbXSβhiophenXaXylTXcXsubstitutedX˛�K
aX]WaWcXtriazolineXdXthionesYKPhosphorustfSulfurfandfSiliconfandfthefRelatedfElementsWK2008WK]gbWKaeehXaeff1 6

59 ynfluenceKofKtheKsolventKdescriptionKonKtheKpredictedKmechanismKofKα”aKreactionsYKJournalfoff
PhysicalfChemistryfBWK2008WK]]aWK]ac]cXh 3.4 6

58 βheKfirstKinvestigationKofKWilmsRKtumourKatomicKstructureXnitrogenKandKcarbonKisotopicKcompositionK
asKaKnovelKbiomarkerKforKtheKmostKindividualKapproachKinKcancerKdiseaseYKOncotargetWK2016WKfWKfefaeXfefbc3.3 6

57 tiarylKethersKwithKcarboxymethoxyphenacylKmotifKasKpotentKxyVX]KreverseKtranscriptaseKinhibitorsK
withKimprovedKsolubilityYKJournalfoffEnzymefInhibitionfandfMedicinalfChemistryWK2018WKbbWKhX]e 5.6 6

56 qnaloguesKofK”qtPSVTKasKinhibitorsKandKcoenzymesKforK”qtPSVTKmalicKenzymeKfromKmaizeKleavesYK
PhotosynthesisfResearchWK1991WKagWKehXfe 3.7 6

55
tesignWKsynthesisKandKbiologicalKevaluationKofKcXbenzoylX]XdichlorobenzoylthiosemicarbazidesKasK
potentKwramXpositiveKantibacterialKagentsYKJournalfoffEnzymefInhibitionfandfMedicinalfChemistryWK
2016WKb]WKcbcXc[

5.6 5

54 “easurementKandKPredictionKofKshlorineKKineticKysotopeKuffectsKinKunzymaticKαystemsYKMethodsfinf
EnzymologyWK2017WKdheWK]fhXa]d 1.7 5

53 ΔhabdomyosarcomaKinKchildrenKinKtheKlightKofKisotopeKratioKmassKspectrometryYKPolishfJournalfoff
PathologyWK2015WKeeWKbgbXg 0.9 5

52 toesKdehydrocyclizationKofKcXbenzoylthiosemicarbazidesKinKaceticKacidKleadKtoKsXtriazolesKorK
thiadiazolesoYKStructuralfChemistryWK2012WKabWK]cc]X]ccg 1.8 5

51 “echanismKofKcXmethylX]WaWcXtriazolXbXthioneKreactionKwithKformaldehydeYKJournalfoffPhysicalf
OrganicfChemistryWK2008WKa]WKbcdXbcg 2.1 5
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50 βheoreticalKcalculationsKofKheavyXatomKisotopeKeffectsYKComputersfmfChemistryWK1995WK]hWK]]Xa[ 5

49 teuteriumKkineticKisotopeKeffectKonKquaternizationKofK”W”XdimethylanilineYKJournalfoffMolecularf
StructureWK1994WKba]WKhfXhh 3.4 5

48 PhotochemicalKandKradiolyticKcleavageKofK][XmethylacridineKdimerKinKsolutionsKandKcryogenicK
glassesYKJournalfoffPhysicalfOrganicfChemistryWK1993WKeWKadcXade 2.1 5

47 ΔelativeKsulfurXbeXsulfurXbcKkineticKisotopeKeffectsYKJournalfoffthefAmericanfChemicalfSocietyWK1985WK
][fWK]c[fX]c[g 16.4 5

46 qntibacterialKqctivityKofKvluorobenzoylthiosemicarbazidesKandKβheirKsyclicKqnaloguesKwithK
]WaWcXβriazoleKαcaffoldYKMoleculesWK2020WKaeWK 4.8 5

45 Δ”qXynspiredKandKqcceleratedKtegradationKofKPolylactideKinKαeawaterYKJournalfoffthefAmericanf
ChemicalfSocietyWK2021WK]cbWK]eefbX]eeg] 16.4 5

44 tockingKandK−αqΔKofKqminothioureasKatKtheKαqΔαXsoVXaKαXProteinXxumanKqsuaKΔeceptorK
ynterfaceYKMoleculesWK2020WKadWK 4.8 4

43 βheoreticalKstudiesKofKenergeticsKandKbindingKisotopeKeffectsKofKbindingKaKtriazoleXbasedKinhibitorK
toKxyVX]KreverseKtranscriptaseYKPhysicalfChemistryfChemicalfPhysicsWK2016WK]gWKb][Xf 3.6 4

42 ΔesolvingKtiscrepancyKbetweenKβheoryKandKuxperimentKinKcX”itrotolueneK–xidationYKJournalfoff
PhysicalfChemistryfAWK2017WK]a]WKeebgXeecd 2.8 4

41 βheKfirstKprotocolKofKstableKisotopeKratioKassessmentKinKtumorKtissuesKbasedKonKoriginalKresearchYK
PolishfJournalfoffPathologyWK2015WKeeWKaggXhd 0.9 4

40 “icropreparativeKisolationKofKsuSyyTKcomplexesKofKisoniazidKandKethambutolKandKdeterminationKofK
theirKstructuresYKJournalfoffPlanarfChromatographyfufModernfTLCWK2009WKaaWKgbXgg 0.9 4

39 αignificanceKofKtheKcisâ��transKisomerizationKofKearlyKintermediatesKinKtheKcaroteneKbiosyntheticK
pathwayYKJournalfoffPhysicalfOrganicfChemistryWK1992WKdWKfgbXfge 2.1 4

38 −uantumKapproachKtoKtheKmechanismKofKmonothiopyrophosphateKisomerizationYKJournalfoff
MolecularfModelingWK2019WKadWKage 2 3

37 qssessmentKofK”onnucleosideKynhibitorsKrindingKtoKxyVX]KΔeverseKβranscriptaseKδsingKxYtuK
αcoringYKPharmaceuticalsWK2019WK]aWK 5.2 3

36
αynthesisKandKtheoreticalKcharacterizationKofKsomeKnewK
cXsubstitutedX]WbXdiphenylXdXthioxoXcWdXdihydroX]xX]WaWcXtriazolesKwithKpotentialKpharmacologicalK
activityYKHeteroatomfChemistryWK2008WK]hWKf]bXf]g

1.2 3

35 tependenceKofKisotopeKeffectsKonKconformationKinKdecarboxylationKofKbXcarboxybenzisoxazolesYK
ComputationalfandfTheoreticalfChemistryWK1996WKbf[WKabfXacb 3

34 ”umericalKevaluationKofKtheKtimeXdependenceKofKconcentrationsWKratesKandKkineticKisotopeKeffectsYK
ComputersfmfChemistryWK1991WK]dWKbcfXbch 3

33 αemiempiricalKαsvX“–KcalculationsKofKkineticKisotopeKeffectsYKJournalfoffPhysicalfOrganicfChemistryWK
1991WKcWKebdXebg 2.1 3

(1991-1995)

9



32 “echanismsKofKysomerizationKofKαymX“onothiopyrophosphatesYKPhosphorousfandfSulfurfandfthef
RelatedfElementsWK1987WKb[WKadfXae[ 3

31 beαKandK]g–KisotopeKeffectsKinKinfraredKspectraKofKmonothiopyrophosphatesYKSpectrochimicafActaf
PartfA:fMolecularfSpectroscopyWK1985WKc]WKd]bXd]c 3

30 xepatoblastomaKriologyKδsingKysotopeKΔatioK“assKαpectrometryiKδtilityKofKaKδniqueKβechniqueKforK
theKqnalysisKofK–ncologicalKαpecimensYKPostepyfHigienyfIfMedycynyfDoswiadczalnejWK2016WKf[WKfhfXg[a 0.3 3

29 sharacteristicKofK–ralKαquamousKsellKsarcinomaKβissuesKδsingKysotopeKΔatioK“assKαpectrometryYK
JournalfoffClinicalfMedicineWK2020WKhWK 5.1 3

28
yntramolecularKnonXcovalentKisotopeKeffectsKatKnaturalKabundanceKassociatedKwithKtheKmigrationKofK
paracetamolKinKsolidKmatricesKduringKliquidKchromatographyYKJournalfoffChromatographyfAWK2021WK
]ebhWKce]hba

4.5 3

27 –xygenKbindingKisotopeKeffectsKofKtriazoleXbasedKxyVX]KreverseKtranscriptaseKinhibitorsKindicateKtheK
actualKbindingKsiteYKArchivesfoffBiochemistryfandfBiophysicsWK2017WKebdWKgfXhd 4.1 2

26 qKαearchKforKtualKqctionKxyVX]KΔeverseKβranscriptaseWKracterialKΔ”qKPolymeraseKynhibitorsYK
MoleculesWK2017WKaaWK 4.8 2

25 qnalysisKofKconformerKstabilityKforK]WbWgXtrihydroxynaphthaleneiKnaturalKsubstrateKofKfungalK
trihydroxynaphthaleneKreductaseYKJournalfoffPhysicalfChemistryfBWK2007WK]]]WKgb]cXa[ 3.4 2

24 sarbonKandKsecondaryKdeuteriumKkineticKisotopeKeffectsKonKα”aKmethylKtransferKreactionsYKJournalf
offPhysicalfOrganicfChemistryWK2007WKa[WK]]]cX]]a[ 2.1 2

23 ”itrogenKkineticKisotopeKeffectsKonKtheKdecarboxylationKofKcXpyridylaceticKacidYKJournalfoffOrganicf
ChemistryWK2001WKeeWKddbcXe 4.2 2

22 tirectKmassKspectrometricKanalysisKofKtheK]g–Z]e–KratioKinKsulfurXcontainingKorganophosphorusK
compoundsYKOrganicfMassfSpectrometryWK1980WK]dWKb[aXb[b 2

21 somputationalKynvestigationsKofKPositionXαpecificKVaporKPressureKysotopeKuffectsKinK
uthanolXβowardK“oreKPowerfulKysotopeK“odelsKforKvoodKvorensicsYKACSfOmegaWK2020WKdWK]gchhX]gd[e 3.9 2

20
βhiosemicarbazideKterivativesKtecreaseKtheKqβPaseKqctivityKofKβopoisomeraseKyVWKynhibitK
“ycobacterialKwrowthWKandKqffectKΔeplicationKinYKInternationalfJournalfoffMolecularfSciencesWK2021WK
aaWK

6.3 2

19 ysotopicKsonsequencesKofKxostXwuestKynteractionskK”oncovalentKshlorineKysotopeKuffectsYKJournalfoff
PhysicalfChemistryfBWK2021WK]adWK]gfcX]gg[ 3.4 2

18
PrecisionKriotransformationKofKumergingKPollutantsKbyKxumanKsytochromeKPcd[KδsingK
somputationalXuxperimentalKαynergyiKqKsaseKαtudyKofKβrisS]WbXdichloroXaXpropylTKPhosphateYK
EnvironmentalfSciencefmamp;fTechnologyWK2021WKddWK]c[bfX]c[d[

10.3 2

17 αubstrateXunzymeKynteractionsKfromK“odelingKandKysotopeKuffectsYKChallengesfandfAdvancesfinf
ComputationalfChemistryfandfPhysicsWK2007WKbc]Xbeb 0.7 2

16 xydrogenKqtomKβransfersKinKr]aKunzymes]cfbX]chd 1

15 ysotopeKuffectKuvidenceKforKshargeKLocalizationKinKPhosphothioatesYKPhosphorustfSulfurfandfSiliconf
andfthefRelatedfElementsWK1990WKd]WKc[dXc[d 1 1
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14 Δ”qXinspiredKintramolecularKtransesterificationKacceleratesKtheKhydrolysisKofKpolyethyleneXlikeK
polyphosphoestersYYKChemicalfScienceWK2021WK]aWK]e[dcX]e[ec 9.4 1

13 δnprecedentlyKlargeKslZslKequilibriumKisotopicKfractionationKonKnanoXconfinementKofKchlorideK
anionYYKScientificfReportsWK2022WK]aWK]feg 4.9 1

12 shlorineKKineticKysotopeKuffectsKonKriologicalKαystemsK2005WKgfdXgha 1

11 ]WbWcXβhiadiazolesKuffectivelyKynhibitKProliferationKofYKCellsWK2021WK][WK 7.9 1

10 sarbonWK”itrogenKandKαulphurKconcentrationKandK˛·]bsWK˛·]d”KvaluesKinKxypogymniaKphysodesK
withinKtheKmontaneKareaKâ��KpreliminaryKdataYKGeosciencefRecordsWK2016WKaWKacXba 1

9 “achineKLearningKaugmentedKdockingKstudiesKofKaminothioureasKatKtheKαqΔαXsoVXaXqsuaK
interfaceYKPLoSfONEWK2021WK]eWKe[adegbc 3.7 1

8 cXqrylthiosemicarbazideKderivativesKasKaKnewKclassKofKtyrosinaseKinhibitorsKandKantiXKagentsYKJournalf
offEnzymefInhibitionfandfMedicinalfChemistryWK2021WKbeWK]]cdX]]ec 5.6 0

7 ”ewKorganometallicKrutheniumSiiTKcomplexesKwithKpurineKanalogsKXKaKwideKperspectiveKonKtheirK
biologicalKapplicationYKDaltonfTransactionsWK2021WKd[WKdddfXddfb 4.3 0

6 βheKinfluenceKofKexperimentalKparametersKonKquantitativeKdeuteriumKmeasurementsKforKethylK
alcoholsKofKdifferentKoriginYKJournalfoffthefSciencefoffFoodfandfAgricultureWK2020WK][[WK]g]aX]g]d 4.3

5 αyntheticKrouteKtoKisotopicallyKlabelledXoxamateYKJournalfoffLabelledfCompoundsfandf
RadiopharmaceuticalsWK2011WKdcWKbccXbcc 1.9

4 “assKspectraKofKisomericKmonothiopyrophosphatesYKOrganicfMassfSpectrometryWK1986WKa]WKc]hXcab

3 uvaluationKofKnormalKfrequenciesKforKisotopicKnonlinearKXXYXZKmoleculesKbyKaKprogrammableK
calculatorYKComputersfmfChemistryWK1986WK][WKa]Xae

2 αynthesisKofK”W”Xdimethyl[aX]cs]KmorpholiniumKchlorideYKJournalfoffLabelledfCompoundsfandf
RadiopharmaceuticalsWK1982WK]hWKb[hXb]a 1.9

1 ]bsK”aturalKysotopeKqbundanceKinKδrotheliumKasKaK”ewK“arkerKinKtheKvollowXδpKofKPatientsKwithK
rladderKsancerYKCancersWK2022WK]cWKacab 6.6
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