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j Paper IF Citations

174 tomputerK₂imulationKtoKRationalizeKMRationalMKvngineeringKofKxlycosideKyydrolasesKandK
xlycosyltransferases[[KJournalgofgPhysicalgChemistrygBWK2022WK 3.4 5

173 vnzymaticKyydrolysisKofKyumanK ilkKOligosaccharides[K−heK olecularK echanismKofK
—actoXXbiosidase[[KACSgCatalysisWK2022WKbcWKehdhXehed 13.1 4

172 yowKOxygenKsindingKvnhancesK—ongXRangeKvlectronK−ransferkK—essonsKwromKReductionKofK—yticK
·olysaccharideK onooxygenasesKbyKtellobioseKuehydrogenase[KAngewandtegChemieWK2021WKbddWKcebfXcecc3.6 0

171
yowKOxygenKsindingKvnhancesK—ongXRangeKvlectronK−ransferkK—essonsKwromKReductionKofK—yticK
·olysaccharideK onooxygenasesKbyKtellobioseKuehydrogenase[KAngewandtegChemiegwgInternationalg
EditionWK2021WKgaWKcdifXcdjc

16.4 9

170 OX]NX]₂X₂pecificityKinKxlycosyltransferaseKtatalysiskKwromK echanisticKαnderstandingKtoK
vngineering[KACSgCatalysisWK2021WKbbWKbibaXbibf 13.1 10

169 tysteineKNucleophilesKinKxlycosidaseKtatalysiskKrpplicationKofKaKtovalentK˛†XlXrrabinofuranosidaseK
znhibitor[KAngewandtegChemiegwgInternationalgEditionWK2021WKgaWKfhfeXfhfi 16.4 5

168 tysteineKNucleophilesKinKxlycosidaseKtatalysiskKrpplicationKofKaKtovalentK˛†XlXrrabinofuranosidaseK
znhibitor[KAngewandtegChemieWK2021WKbddWKfibiXficc 3.6 0

167 rsparagineK−automerizationKinKxlycosyltransferaseKtatalysis[K−heK olecularK echanismKofK·roteinK
XwucosyltransferaseKb[KACSgCatalysisWK2021WKbbWKjjcgXjjdc 13.1 3

166 −woKdistinctKcatalyticKpathwaysKforKxyedKxylanolyticKenzymesKunveiledKbyKδXrayKandKü ]  K
simulations[KNaturegCommunicationsWK2021WKbcWKdgh 17.4 9

165 RationalKuesignKofK echanismXsasedKznhibitorsKandKrctivityXsasedK·robesKforKtheKzdentificationKofK
RetainingK˛–XlXrrabinofuranosidases[KJournalgofgthegAmericangChemicalgSocietyWK2020WKbecWKegeiXeggc 16.4 20

164
₂tructuralKandKkineticKfeaturesKofKaldehydeKdehydrogenaseKbrKSr—uybrTKsubfamilyKmembersWK
cancerKstemKcellKmarkersKactiveKinKretinoicKacidKbiosynthesis[KArchivesgofgBiochemistrygandgBiophysicsWK
2020WKgibWKbaicfg

4.1 11

163 ·hotocontrolKofKvndogenousKxlycineKReceptorsKzn´ βivo[KCellgChemicalgBiologyWK2020WKchWKbecfXbedd[eh 8.2 3

162 rK₂ingleK·ointK utationKtonvertsKxyieKXxlcNrcKyydrolasesKintoK·hosphorylaseskKvxperimentalKandK
−heoreticalKvvidence[KJournalgofgthegAmericangChemicalgSocietyWK2020WKbecWKcbcaXcbce 16.4 16

161  annosidaseKmechanismkKatKtheKintersectionKofKconformationKandKcatalysis[KCurrentgOpinionging
StructuralgBiologyWK2020WKgcWKhjXjc 8.1 13

160 rctivationKofKOcKandKycOcKbyK—yticK·olysaccharideK onooxygenases[KACSgCatalysisWK2020WKbaWKbchgaXbchgj13.1 19

159 ₂ubstrateKvngagementKandKtatalyticK echanismsKofKNXrcetylglucosaminyltransferaseKβ[KACSg
CatalysisWK2020WKbaWKifjaXifjg 13.1 12

158 −heKtatalyticKReactionK echanismKofKtheK˛†XxalactocerebrosidaseKvnzymeKueficientKinK–rabbeK
uisease[KACSgCatalysisWK2020WKbaWKbcajbXbcajh 13.1 7
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157 rnKvpoxideKzntermediateKinKxlycosidaseKtatalysis[KACSgCentralgScienceWK2020WKgWKhgaXhha 16.8 20

156
wentonXuerivedKOyKRadicalsKvnableKtheK ·n₂KvnzymeKtoKtonvertKcXyydroxyethylphosphonateKtoK
 ethylphosphonatekKznsightsKfromKrbKznitioKü ]  K uK₂imulations[KJournalgofgthegAmericang
ChemicalgSocietyWK2019WKbebWKjcieXjcjb

16.4 21

155 uynamicKandKwunctionalK·rofilingKofKδylanXuegradingKvnzymesKinK₂ecretomesKαsingKrctivityXsasedK
·robes[KACSgCentralgScienceWK2019WKfWKbaghXbahi 16.8 23

154 uiscoveryKofKprocessiveKcatalysisKbyKanKexoXhydrolaseKwithKaKpocketXshapedKactiveKsite[KNatureg
CommunicationsWK2019WKbaWKcccc 17.4 8

153 tonformationalKztineraryKofK₂ucroseKuuringKyydrolysisKbyKRetainingKrmylosucrase[KFrontiersging
ChemistryWK2019WKhWKcgj 5 6

152  olecularK echanismsKofKOxygenKrctivationKandKyydrogenK·eroxideKwormationKinK—yticK
·olysaccharideK onooxygenases[KACSgCatalysisWK2019WKjWKejfiXejgj 13.1 51

151 rKphotoswitchableKxrsrKreceptorKchannelKblocker[KBritishgJournalgofgPharmacologyWK2019WKbhgWKcggbXcghh8.6 10

150 xlucoseKtransportKviaKtheKpseudomonadKporinKOprskKimplicationsKforKtheKdesignKofK−rojanKyorseK
antiXinfectives[KPhysicalgChemistrygChemicalgPhysicsWK2019WKcbWKiefhXiegd 3.6 5

149 ˛–XuXxalXcyclophellitolKcyclosulfamidateKisKaK ichaelisKcomplexKanalogKthatKstabilizesKtherapeuticK
lysosomalK˛–XgalactosidaseKrKinKwabryKdisease[KChemicalgScienceWK2019WKbaWKjcddXjced 9.4 7

148 vlectrochemicallyKxatedK—ongXuistanceKthargeK−ransportKinK·hotosystemKz[KAngewandtegChemieWK
2019WKbdbWKbdebeXbdebi 3.6

147 vlectrochemicallyKxatedK—ongXuistanceKthargeK−ransportKinK·hotosystemKz[KAngewandtegChemiegwg
InternationalgEditionWK2019WKfiWKbdciaXbdcie 16.4 7

146  odelingKcatalyticKreactionKmechanismsKinKglycosideKhydrolases[KCurrentgOpiniongingChemicalg
BiologyWK2019WKfdWKbidXbjb 9.7 16

145 uecipheringKtheKenzymaticKmechanismKofKsugarKringKcontractionKinKαu·XapioseKbiosynthesis[KNatureg
CatalysisWK2019WKcWKbbbfXbbcd 36.5 8

144
−heoryKαncoversKtheKRoleKofKtheK ethionineX−yrosineX−ryptophanKRadicalKrdductKinKtheKtatalaseK
ReactionKofK–atxskKOKKReleaseK ediatedKbyK·rotonXtoupledKvlectronK−ransfer[KChemistrygwgAg
EuropeangJournalWK2018WKceWKfdiiXfdjf

4.8 3

143 RedesigningKtheKtoumarinK₂caffoldKintoK₂mallKsrightKwluorophoresKwithKwarXRedKtoKNearXznfraredK
vmissionKandK—argeK₂tokesK₂hiftsKαsefulKforKtellKzmaging[KJournalgofgOrganicgChemistryWK2018WKidWKbbifXbbjf4.2 55

142 ü ]  K₂tudiesKintoKtheKycOcXuependentKrctivityKofK—yticK·olysaccharideK onooxygenaseskK
vvidenceKforKtheKwormationKofKaKtagedKyydroxylKRadicalKzntermediate[KACSgCatalysisWK2018WKiWKbdegXbdfb13.1 87

141 tanKanKrlcoholKrctKrsKanKrcid]saseKtatalystKinKγaterK₂olutionpKrnKvxperimentalKandK−heoreticalK
₂tudyKofKzmidazoleKtatalysisKofKtheKrqueousK oritaâ��saylisâ��yillmanKReaction[KACSgCatalysisWK2018WKiWKbhadXbhbe13.1 9

140 −heK olecularK echanismKofK₂ubstrateKRecognitionKandKtatalysisKofKtheK embraneKrcyltransferaseK
·atrKfromK ycobacteria[KACSgChemicalgBiologyWK2018WKbdWKbdbXbea 4.9 4
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139 —ongKdistanceKelectronKtransferKthroughKtheKaqueousKsolutionKbetweenKredoxKpartnerKproteins[K
NaturegCommunicationsWK2018WKjWKfbfh 17.4 19

138 OxazolineKorKOxazoliniumKzonpK−heK·rotonationK₂tateKandKtonformationKofKtheKReactionK
zntermediateKofKthitinaseKvnzymesKRevisited[KChemistrygwgAgEuropeangJournalWK2018WKceWKbjcfiXbjcgf 4.8 21

137 ·alladiumXmediatedKenzymeKactivationKsuggestsKmultiphaseKinitiationKofKglycogenesis[KNatureWK2018
WKfgdWKcdfXcea 50.4 31

136  olecularX₂caleK—igandKvffectsKinK₂mallKxoldX−hiolateKNanoclusters[KJournalgofgthegAmericang
ChemicalgSocietyWK2018WKbeaWKbfedaXbfedg 16.4 56

135 ₂tructuralKandK echanisticKznsightsKintoKtheKtatalyticXuomainX ediatedK₂hortXRangeKxlycosylationK
·referencesKofKxalNrcX−e[KACSgCentralgScienceWK2018WKeWKbcheXbcja 16.8 28

134 −heKmolecularKmechanismKofKtheKligandKexchangeKreactionKofKanKantibodyKagainstKaK
glutathioneXcoatedKgoldKcluster[KNanoscaleWK2017WKjWKdbcbXdbch 7.7 10

133 −heKtatalaseKrctivityKofKtatalaseX·eroxidasesKzsK odulatedKbyKthangesKinKtheKp–KofKtheKuistalK
yistidine[KBiochemistryWK2017WKfgWKcchbXccib 3.2 9

132 tonformationalKrnalysisKofKtheK annosidaseKznhibitorK–ifunensinekKrKüuantumK echanicalKandK
₂tructuralKrpproach[KChemBioChemWK2017WKbiWKbejgXbfab 3.8 8

131 tarbaXcyclophellitolsKrreKNeutralKRetainingXxlucosidaseKznhibitors[KJournalgofgthegAmericang
ChemicalgSocietyWK2017WKbdjWKgfdeXgfdh 16.4 16

130 rKfrontXfaceKR₂iKsynthaseRKengineeredKfromKaKretainingKRdoubleX₂cRKhydrolase[KNaturegChemicalg
BiologyWK2017WKbdWKiheXiib 11.7 17

129 tomputationalKuesignKofKvxperimentKαnveilsKtheKtonformationalKReactionKtoordinateKofKxybcfK
˛–X annosidases[KJournalgofgthegAmericangChemicalgSocietyWK2017WKbdjWKbaifXbaii 16.4 11

128 tontributionKofK₂hapeKandKthargeKtoKtheKznhibitionKofKaKwamilyKxyjjKendoX˛–XbWcX annanase[K
JournalgofgthegAmericangChemicalgSocietyWK2017WKbdjWKbaijXbajh 16.4 12

127 rnKatypicalKinteractionKexplainsKtheKhighXaffinityKofKaKnonXhydrolyzableK₂XlinkedKbWgX˛–XmannanaseK
inhibitor[KChemicalgCommunicationsWK2017WKfdWKjcdiXjceb 5.8 4

126 ·reciseK·robingKofKResidueKRolesKbyK·ostX−ranslationalK˛†W˛‡XtWNKrzaX ichaelK utagenesisKinKvnzymeK
rctiveK₂ites[KACSgCentralgScienceWK2017WKdWKbbgiXbbhd 16.8 20

125 bWgXtyclophellitolKtyclosulfateskKrKNewKtlassKofKzrreversibleKxlycosidaseKznhibitor[KACSgCentralg
ScienceWK2017WKdWKhieXhjd 16.8 33

124 ₂equentialKαncagingKwithKxreenK—ightKcanKbeKrchievedKbyKwineX−uningKtheK₂tructureKofKaK
uicyanocoumarinKthromophore[KChemistryOpenWK2017WKgWKdhfXdie 2.3 15

123 rK˛†X annanaseKwithKaK—ysozymeXlikeKwoldKandKaKNovelK olecularKtatalyticK echanism[KACSgCentralg
ScienceWK2016WKcWKijgXjad 16.8 33

122
rK−rappedKtovalentKzntermediateKofKaKxlycosideKyydrolaseKonKtheK·athwayKtoK−ransglycosylation[K
znsightsKfromKvxperimentsKandKüuantumK echanics] olecularK echanicsK₂imulations[KJournalgofg
thegAmericangChemicalgSocietyWK2016WKbdiWKddcfXdc

16.4 35
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121 vnzymaticKtleavageKofKxlycosidicKsondskK₂trategiesKonKyowKtoK₂etKαpKandKtontrolKaKü ]  K
 etadynamicsK₂imulation[KMethodsgingEnzymologyWK2016WKfhhWKbfjXid 1.7 18

120 ₂electiveKuerivatizationKofKNX−erminalKtysteinesKαsingKtyclopentenediones[KOrganicgLettersWK2016WK
biWKeidgXeidj 6.2 8

119 −heKreactionKmechanismKofKretainingKglycosyltransferases[KBiochemicalgSocietygTransactionsWK2016WK
eeWKfbXga 5.1 34

118 −heKcompleteKconformationalKfreeKenergyKlandscapeKofK˛†XxyloseKrevealsKaKtwoXfoldKcatalyticK
itineraryKforK˛†Xxylanases[KChemicalgScienceWK2015WKgWKbbghXbbhh 9.4 35

117 uynamicKinterplayKbetweenKcatalyticKandKlectinKdomainsKofKxalNrcXtransferasesKmodulatesKproteinK
OXglycosylation[KNaturegCommunicationsWK2015WKgWKgjdh 17.4 61

116 sindingKofKazoleKdrugsKtoKhemekKrKcombinedK ₂] ₂KandKcomputationalKapproach[KPolyhedronWK2015
WKjaWKcefXcfb 2.7 6

115 yowKdoKγaterK₂olventKandKxlutathioneK—igandsKrffectKtheK₂tructureKandKvlectronicK·ropertiesKofK
rucfS₂RTbiSXTp[KJournalgofgPhysicalgChemistrygLettersWK2015WKgWKdifjXgf 6.4 19

114 ·rivateerkKsoftwareKforKtheKconformationalKvalidationKofKcarbohydrateKstructures[KNaturegStructuralg
andgMoleculargBiologyWK2015WKccWKiddXe 17.6 215

113 −heK olecularK echanismKofKtheKtatalaseXlikeKrctivityKinKyorseradishK·eroxidase[KJournalgofgtheg
AmericangChemicalgSocietyWK2015WKbdhWKbbbhaXi 16.4 61

112 rK₂ingleKxlycosidaseKyarnessesKuifferentK·yranosideKRingK−ransitionK₂tateKtonformationsKforK
yydrolysisKofK annosidesKandKxlucosides[KACSgCatalysisWK2015WKfWKgaebXgafb 13.1 18

111 tomputationalK₂tudiesKofKxlycosideWKtarboxylicKvsterWKandK−hioesterKyydrolaseK echanismskKrK
Review[KIndustrialgoamp;gEngineeringgChemistrygResearchWK2015WKfeWKbabdiXbabgb 3.9 5

110 −heKRoleKofKyydrogenKsondsKinKtheK₂tabilizationKofK₂ilverX ediatedKtytosineK−etramers[KJournalgofg
PhysicalgChemistrygLettersWK2015WKgWKeagbXg 6.4 37

109 vvidenceKforKaKsoatKtonformationKatKtheK−ransitionK₂tateKofKxyhgK˛–XbWgX annanasesâ��–eyKvnzymesK
inKsacterialKandKwungalK annoproteinK etabolism[KAngewandtegChemieWK2015WKbchWKfegiXfehc 3.6 1

108
ReactionK echanismsKinKtarbohydrateXrctiveKvnzymeskKxlycosideKyydrolasesKandK
xlycosyltransferases[KznsightsKfromKabKznitioKüuantumK echanics] olecularK echanicsKuynamicK
₂imulations[KJournalgofgthegAmericangChemicalgSocietyWK2015WKbdhWKhfciXeh

16.4 145

107
vvidenceKforKaKboatKconformationKatKtheKtransitionKstateKofKxyhgK˛–XbWgXmannanasesXXkeyKenzymesK
inKbacterialKandKfungalKmannoproteinKmetabolism[KAngewandtegChemiegwgInternationalgEditionWK2015WK
feWKfdhiXic

16.4 33

106 tombinedKinhibitorKfreeXenergyKlandscapeKandKstructuralKanalysisKreportsKonKtheKmannosidaseK
conformationalKcoordinate[KAngewandtegChemiegwgInternationalgEditionWK2014WKfdWKbaihXjb 16.4 34

105
sindingKofKtheKantitubercularKproXdrugKisoniazidKinKtheKhemeKaccessKchannelKofKcatalaseXperoxidaseK
S–atxT[KrKcombinedKstructuralKandKmetadynamicsKinvestigation[KJournalgofgPhysicalgChemistrygBWK
2014WKbbiWKcjceXdb

3.4 22

104
₂ubstrateXxuidedKwrontXwaceKReactionKRevealedKbyKtombinedK₂tructuralK₂napshotsKandK
 etadynamicsKforKtheK·olypeptideKNXrcetylgalactosaminyltransferaseKc[KAngewandtegChemieWK2014
WKbcgWKidefXidej

3.6 10
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103 OpticalKtontrolKofKvnzymeKvnantioselectivityKinK₂olidK·hase[KACSgCatalysisWK2014WKeWKbaaeXbaaj 13.1 16

102 rnKionizableKactiveXsiteKtryptophanKimpartsKcatalaseKactivityKtoKaKperoxidaseKcore[KJournalgofgtheg
AmericangChemicalgSocietyWK2014WKbdgWKhcejXfc 16.4 23

101 vnantioselectiveK·reparationKofK˛·XβalerolactonesKwithKyorseK—iverKrlcoholKuehydrogenase[K
ChemCatChemWK2014WKgWKjhhXjia 5.2 10

100 tombinedKznhibitorKwreeXvnergyK—andscapeKandK₂tructuralKrnalysisKReportsKonKtheK annosidaseK
tonformationalKtoordinate[KAngewandtegChemieWK2014WKbcgWKbbafXbbaj 3.6 4

99 tarX·arrinelloK₂imulationsKofKthemicalKReactionsKinK·roteinsK2014WKfbXha

98
₂ubstrateXguidedKfrontXfaceKreactionKrevealedKbyKcombinedKstructuralKsnapshotsKandK
metadynamicsKforKtheKpolypeptideKNXacetylgalactosaminyltransferaseKc[KAngewandtegChemiegwg
InternationalgEditionWK2014WKfdWKicagXba

16.4 73

97  olecularKmechanismKofKaKhotdogXfoldKacylXtorKthioesterase[KChemistrygwgAgEuropeangJournalWK2014WK
caWKjaefXfb 4.8 14

96 −heKdescriptionKofKelectronicKprocessesKinsideKproteinsKfromKtarâ��·arrinelloKmolecularKdynamicskK
chemicalKtransformations[KWileygInterdisciplinarygReviews:gComputationalgMoleculargScienceWK2013WKdWKdjdXeah7.9 19

95
₂tructuresKofKtheKsubstrateXfreeKandKproductXboundKformsKofKymuOWKaKhemeKoxygenaseKfromK
corynebacteriumKdiphtheriaekKxXrayKcrystallographyKandKmolecularKdynamicsKinvestigation[KJournalg
ofgBiologicalgChemistryWK2013WKciiWKdeeedXfi

5.4 13

94 wormationKofKaKcovalentKglycosylXenzymeKspeciesKinKaKretainingKglycosyltransferase[KChemistrygwgAg
EuropeangJournalWK2013WKbjWKbeabiXcd 4.8 44

93 ₂tructuralKanalysisKandKinsightsKintoKtheKglyconKspecificityKofKtheKriceKxybKOshsxlucgK
˛†XuXmannosidase[KActagCrystallographicagSectiongD:gBiologicalgCrystallographyWK2013WKgjWKcbceXdf 9

92
znnenrˆ…cktitelbildkK−heKReactionKtoordinateKofKaKsacterialKxyehK˛–X annosidasekKrKtombinedK
üuantumK echanicalKandK₂tructuralKrpproachKSrngew[Kthem[Kee]cabcT[KAngewandtegChemieWK2012WK
bceWKbbdddXbbddd

3.6

91 talciumXbasedKfunctionalizationKofKcarbonKnanostructuresKforKpeptideKimmobilizationKinKaqueousK
media[KJournalgofgMaterialsgChemistryWK2012WKccWKbjgie 23

90 −heKreactionKmechanismsKofKhemeKcatalaseskKanKatomisticKviewKbyKabKinitioKmolecularKdynamics[K
ArchivesgofgBiochemistrygandgBiophysicsWK2012WKfcfWKbcbXda 4.1 42

89 −heKReactionKtoordinateKofKaKsacterialKxyehK˛–X annosidasekKrKtombinedKüuantumK echanicalK
andK₂tructuralKrpproach[KAngewandtegChemieWK2012WKbceWKbbbfjXbbbgd 3.6 9

88 −heKreactionKcoordinateKofKaKbacterialKxyehK˛–XmannosidasekKaKcombinedKquantumKmechanicalKandK
structuralKapproach[KAngewandtegChemiegwgInternationalgEditionWK2012WKfbWKbajjhXbaab 16.4 49

87 tatalasesKversusKperoxidaseskKuw−KinvestigationKofKyâ��Oâ��KoxidationKinKmodelsKsystemsKandK
implicationsKforKhemeKproteinKengineering[KJournalgofgInorganicgBiochemistryWK2012WKbbhWKcjcXh 4.2 29

86 ₂tapleKmotifsWKinitialKstepsKinKtheKformationKofKthiolateXprotectedKgoldKnanoparticleskKhowKdoKtheyK
formp[KInorganicgChemistryWK2012WKfbWKbbeccXj 5.1 19
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85 tonformationalKanalysesKofKtheKreactionKcoordinateKofKglycosidases[KAccountsgofgChemicalgResearchWK
2012WKefWKdaiXbg 24.3 184

84 RetinaldehydeKisKaKsubstrateKforKhumanKaldoXketoKreductasesKofKtheKbtKsubfamily[KBiochemicalg
JournalWK2011WKeeaWKddfXee 3.8 26

83 yumanKandKrodentKaldoXketoKreductasesKfromKtheKr–RbsKsubfamilyKandKtheirKspecificityKwithK
retinaldehyde[KChemicowBiologicalgInteractionsWK2011WKbjbWKbjjXcaf 5 22

82 ReXengineeringKspecificityKinKbWdXbWKeX˛†XglucanaseKtoKacceptKbranchedKxyloglucanKsubstrates[K
Proteins:gStructurevgFunctiongandgBioinformaticsWK2011WKhjWKdgfXhf 4.2 12

81 −heK olecularK echanismKofKvnzymaticKxlycosylK−ransferKwithKRetentionKofKtonfigurationkK
vvidenceKforKaK₂hortX—ivedKOxocarbeniumX—ikeK₂pecies[KAngewandtegChemieWK2011WKbcdWKbbaijXbbajd 3.6 9

80 −heKmolecularKmechanismKofKenzymaticKglycosylKtransferKwithKretentionKofKconfigurationkKevidenceK
forKaKshortXlivedKoxocarbeniumXlikeKspecies[KAngewandtegChemiegwgInternationalgEditionWK2011WKfaWKbaijhXjab16.4 81

79 ·rotonKtransferKdrivesKproteinKradicalKformationKinKyelicobacterKpyloriKcatalaseKbutKnotKinK
·enicilliumKvitaleKcatalase[KJournalgofgthegAmericangChemicalgSocietyWK2011WKbddWKecifXji 16.4 23

78 RoleKofKtheKrxialKsaseKinKtheK odulationKofKtheKtobSzTalaminKvlectronicK·ropertieskKznsightKfromK
ü ]  WKuw−WKandKtr₂₂twKtalculations[KJournalgofgChemicalgTheorygandgComputationWK2011WKhWKbfebXfb 6.4 26

77
tatalyticKitineraryKinKbWdXbWeX˛†XglucanaseKunraveledKbyKü ]  Kmetadynamics[KthargeKisKnotKyetK
fullyKdevelopedKatKtheKoxocarbeniumKionXlikeKtransitionKstate[KJournalgofgthegAmericangChemicalg
SocietyWK2011WKbddWKcadabXj

16.4 74

76 OxygenKsindingKtoKtatalaseX·eroxidase[KJournalgofgPhysicalgChemistrygLettersWK2011WKcWKbjgXcaa 6.4 16

75  odulationKofKrbetaecKfibrillogenesisKbyKglycosaminoglycanKstructure[KFASEBgJournalWK2010WKceWKecfaXgb0.9 60

74 ₂ubstrateKconformationalKchangesKinKglycosideKhydrolaseKcatalysis[KrKfirstXprinciplesKmolecularK
dynamicsKstudy[KBiocatalysisgandgBiotransformationWK2010WKciWKddXea 2.5 11

73 ₂ubstrateKrecognitionKinKtheKvscherichiaKcoliKammoniaKchannelKrmtskKaKü ]  Kinvestigation[K
JournalgofgPhysicalgChemistrygBWK2010WKbbeWKbbifjXgf 3.4 12

72 ReductiveKcleavageKmechanismKofKtoXtKbondKinKcobalaminXdependentKmethionineKsynthase[KJournalg
ofgPhysicalgChemistrygBWK2010WKbbeWKbcjgfXhb 3.4 26

71 −heKdynamicKroleKofKdistalKsideKresiduesKinKhemeKhydroperoxidaseKcatalysis[KznterplayKbetweenKδXrayK
crystallographyKandKabKinitioK uKsimulations[KArchivesgofgBiochemistrygandgBiophysicsWK2010WKfaaWKdhXee 4.1 16

70 rnalysisKofKtheKreactionKcoordinateKofKalphaX—XfucosidaseskKaKcombinedKstructuralKandKquantumK
mechanicalKapproach[KJournalgofgthegAmericangChemicalgSocietyWK2010WKbdcWKbiaeXg 16.4 59

69 OnKtheKroleKofKwaterKinKperoxidaseKcatalysiskKaKtheoreticalKinvestigationKofKyR·KcompoundKzK
formation[KJournalgofgPhysicalgChemistrygBWK2010WKbbeWKfbgbXj 3.4 75

68 −heKconformationalKfreeXenergyKlandscapeKofK˛†XuXmannopyranosekKevidenceKforKaKSbT₂SfTKXoKsScWfTKXoK
SOT₂ScTKcatalyticKitineraryKinK˛†Xmannosidases[KJournalgofgthegAmericangChemicalgSocietyWK2010WKbdcWKbgafiXgf16.4 40
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