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m Paper IF Citations

174 vquilibriumKxeometriesKandKvlectronicK₂tructureKofKzronâ��·orphyrinKtomplexeskKKrKuensityK
wunctionalK₂tudy[KJournalgofgPhysicalgChemistrygAWK1997WKbabWKijbeXijcf 2.8 347

173 −heKmolecularKmechanismKofKtheKcatalaseKreaction[KJournalgofgthegAmericangChemicalgSocietyWK2009WK
bdbWKbbhfbXgb 16.4 216

172 ·rivateerkKsoftwareKforKtheKconformationalKvalidationKofKcarbohydrateKstructures[KNaturegStructuralg
andgMoleculargBiologyWK2015WKccWKiddXe 17.6 215

171 tonformationalKanalysesKofKtheKreactionKcoordinateKofKglycosidases[KAccountsgofgChemicalgResearchWK
2012WKefWKdaiXbg 24.3 184

170 −heKconformationalKfreeKenergyKlandscapeKofKbetaXuXglucopyranose[KzmplicationsKforKsubstrateK
preactivationKinKbetaXglucosideKhydrolases[KJournalgofgthegAmericangChemicalgSocietyWK2007WKbcjWKbagigXjd16.4 177

169
ReactionK echanismsKinKtarbohydrateXrctiveKvnzymeskKxlycosideKyydrolasesKandK
xlycosyltransferases[KznsightsKfromKabKznitioKüuantumK echanics] olecularK echanicsKuynamicK
₂imulations[KJournalgofgthegAmericangChemicalgSocietyWK2015WKbdhWKhfciXeh

16.4 145

168
₂tructuralKbasisKforKtheKhighKallXtransXretinaldehydeKreductaseKactivityKofKtheKtumorKmarkerK
r–Rbsba[KProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaWK2007WK
baeWKcahgeXj

11.5 143

167 uoKthiolsKmerelyKpassivateKgoldKnanoclustersp[KPhysicalgReviewgLettersWK2000WKifWKfcfaXb 7.4 142

166 znfluenceKofKtheKhemeKpocketKconformationKonKtheKstructureKandKvibrationsKofKtheKweXtOKbondKinK
myoglobinkKaKü ]  KdensityKfunctionalKstudy[KBiophysicalgJournalWK2001WKibWKedfXef 2.9 120

165 −heKeffectKofKaKwaterKmoleculeKonKtheKmechanismKofKformationKofKcompoundKaKinKhorseradishK
peroxidase[KJournalgofgthegAmericangChemicalgSocietyWK2007WKbcjWKgdegXh 16.4 90

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

163  echanismKofKcelluloseKhydrolysisKbyKinvertingKxyiKendoglucanaseskKaKü ]  KmetadynamicsK
study[KJournalgofgPhysicalgChemistrygBWK2009WKbbdWKhddbXj 3.4 87

162 −heKmolecularKmechanismKofKenzymaticKglycosylKtransferKwithKretentionKofKconfigurationkKevidenceK
forKaKshortXlivedKoxocarbeniumXlikeKspecies[KAngewandtegChemiegwgInternationalgEditionWK2011WKfaWKbaijhXjab16.4 81

161
OnKtheKusefulnessKofKtheKcounterpoiseKmethodKonKhydrogenXbondedKcomplexeskKaKnumericalKtestK
usingKnearKcompleteKbasisKsetsKonKycOKâ�ƒKywWKSycOTcWKSywTKcKandKtyeâ�ƒycO[KChemicalgPhysicsg
LettersWK1996WKcfbWKddXeg

2.5 79

160 ₂ubstrateKdistortionKinKtheK ichaelisKcomplexKofKsacillusKbWdXbWeXbetaXglucanase[KznsightKfromKfirstK
principlesKmolecularKdynamicsKsimulations[KJournalgofgBiologicalgChemistryWK2006WKcibWKbedcXeb 5.4 76

159 OnKtheKroleKofKwaterKinKperoxidaseKcatalysiskKaKtheoreticalKinvestigationKofKyR·KcompoundKzK
formation[KJournalgofgPhysicalgChemistrygBWK2010WKbbeWKfbgbXj 3.4 75

158
tatalyticKitineraryKinKbWdXbWeX˛†XglucanaseKunraveledKbyKü ]  Kmetadynamics[KthargeKisKnotKyetK
fullyKdevelopedKatKtheKoxocarbeniumKionXlikeKtransitionKstate[KJournalgofgthegAmericangChemicalg
SocietyWK2011WKbddWKcadabXj

16.4 74
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157 ₂tructuralKandKelectronicKpropertiesKofKtoXcorroleWKtoXcorrinWKandKtoXporphyrin[KInorganicgChemistryWK
2001WKeaWKbbXh 5.1 74

156
₂ubstrateXguidedKfrontXfaceKreactionKrevealedKbyKcombinedKstructuralKsnapshotsKandK
metadynamicsKforKtheKpolypeptideKNXacetylgalactosaminyltransferaseKc[KAngewandtegChemiegwg
InternationalgEditionWK2014WKfdWKicagXba

16.4 73

155 rKdensityKfunctionalKstudyKofKironXporphyrinKcomplexes[KChemicalgPhysicsgLettersWK1997WKchbWKcehXcfa 2.5 66

154 rKcomparativeKstudyKofKOcWKtOWKandKNOKbindingKtoKironâ��porphyrin[KInternationalgJournalgofgQuantumg
ChemistryWK1998WKgjWKdbXdf 2.1 66

153 rldoXketoKreductasesKfromKtheKr–RbsKsubfamilykKretinoidKspecificityKandKcontrolKofKcellularKretinoicK
acidKlevels[KChemicowBiologicalgInteractionsWK2009WKbhiWKbhbXh 5 65

152 vssentialKroleKofKproximalKhistidineXasparagineKinteractionKinKmammalianKperoxidases[KJournalgofg
BiologicalgChemistryWK2009WKcieWKcfjcjXdh 5.4 62

151 uynamicKinterplayKbetweenKcatalyticKandKlectinKdomainsKofKxalNrcXtransferasesKmodulatesKproteinK
OXglycosylation[KNaturegCommunicationsWK2015WKgWKgjdh 17.4 61

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

149  olecularKmechanismKofKtheKglycosylationKstepKcatalyzedKbyKxolgiKalphaXmannosidaseKzzkKaKü ]  K
metadynamicsKinvestigation[KJournalgofgthegAmericangChemicalgSocietyWK2010WKbdcWKicjbXdaa 16.4 61

148 ₂tructureKofKyelicobacterKpyloriKcatalaseWKwithKandKwithoutKformicKacidKboundWKatKb[gKrKresolution[K
BiochemistryWK2004WKedWKdaijXbad 3.2 61

147  odulationKofKrbetaecKfibrillogenesisKbyKglycosaminoglycanKstructure[KFASEBgJournalWK2010WKceWKecfaXgb0.9 60

146 rnalysisKofKtheKreactionKcoordinateKofKalphaX—XfucosidaseskKaKcombinedKstructuralKandKquantumK
mechanicalKapproach[KJournalgofgthegAmericangChemicalgSocietyWK2010WKbdcWKbiaeXg 16.4 59

145 −heKzronâ��₂ulfurKsondKinKtytochromeKc[KJournalgofgPhysicalgChemistrygBWK1999WKbadWKhadbXhadf 3.4 58

144  olecularX₂caleK—igandKvffectsKinK₂mallKxoldX−hiolateKNanoclusters[KJournalgofgthegAmericang
ChemicalgSocietyWK2018WKbeaWKbfedaXbfedg 16.4 56

143 RedesigningKtheKtoumarinK₂caffoldKintoK₂mallKsrightKwluorophoresKwithKwarXRedKtoKNearXznfraredK
vmissionKandK—argeK₂tokesK₂hiftsKαsefulKforKtellKzmaging[KJournalgofgOrganicgChemistryWK2018WKidWKbbifXbbjf4.2 55

142
−heKstructuresKandKelectronicKconfigurationKofKcompoundKzKintermediatesKofKyelicobacterKpyloriKandK
·enicilliumKvitaleKcatalasesKdeterminedKbyKδXrayKcrystallographyKandKü ]  KdensityKfunctionalK
theoryKcalculations[KJournalgofgthegAmericangChemicalgSocietyWK2007WKbcjWKebjdXcaf

16.4 55

141 wirstXprinciplesKstudyKofKtheKneutralKmolecularKmetalKNiStmdtTc[KPhysicalgReviewgBWK2002WKgfWK 3.3 55

140 rmmoniumKrecruitmentKandKammoniaKtransportKbyKv[KcoliKammoniaKchannelKrmts[KBiophysicalg
JournalWK2006WKjbWKeeabXbc 2.9 54
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139  olecularK echanismsKofKOxygenKrctivationKandKyydrogenK·eroxideKwormationKinK—yticK
·olysaccharideK onooxygenases[KACSgCatalysisWK2019WKjWKejfiXejgj 13.1 51

138 −heKreactionKcoordinateKofKaKbacterialKxyehK˛–XmannosidasekKaKcombinedKquantumKmechanicalKandK
structuralKapproach[KAngewandtegChemiegwgInternationalgEditionWK2012WKfbWKbajjhXbaab 16.4 49

137 wactorsKznfluencingK—igandXsindingK·ropertiesKofKyemeK odelskKrKwirstK·rinciplesK₂tudyKofK
·icketXwenceKandK·rotohemeKtomplexes[KChemistrygwgAgEuropeangJournalWK1999WKfWKcfaXcgc 4.8 48

136 yydroxideKandKprotonKmigrationKinKaquaporins[KBiophysicalgJournalWK2005WKijWKbheeXfj 2.9 47

135 ₂trengthKandKuirectionalityKofKtheK₂ppp₂KzntermolecularKznteractionsK·resentKinK−−wXsasedK olecularK
trystals[KrKtombinedK₂tatisticalKandKrbKznitioK₂tudy[KChemistrygwgAgEuropeangJournalWK1999WKfWKdgijXdgjh 4.8 45

134 wormationKofKaKcovalentKglycosylXenzymeKspeciesKinKaKretainingKglycosyltransferase[KChemistrygwgAg
EuropeangJournalWK2013WKbjWKbeabiXcd 4.8 44

133 βersatilityKofKtheKelectronicKstructureKofKcompoundKzKinKcatalaseXperoxidases[KJournalgofgtheg
AmericangChemicalgSocietyWK2007WKbcjWKbdedgXeg 16.4 44

132 yarmonicKandKanharmonicKdynamicsKofKweXtOKandKweXOScTKinKhemeKmodels[KBiophysicalgJournalWK
2000WKhiWKjdXbaa 2.9 44

131 −heKreactionKmechanismsKofKhemeKcatalaseskKanKatomisticKviewKbyKabKinitioKmolecularKdynamics[K
ArchivesgofgBiochemistrygandgBiophysicsWK2012WKfcfWKbcbXda 4.1 42

130 wirstXprinciplesKmolecularKdynamicsKsimulationsKofKmodelsKforKtheKmyoglobinKactiveKcenter[K
InternationalgJournalgofgQuantumgChemistryWK2000WKiaWKbbhcXbbia 2.1 42

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

128 wirstKprinciplesKstudyKofKcoenzymeKsbc[KtrystalKpackingKforcesKeffectKonKaxialKbondKlengths[KJournalg
ofgPhysicalgChemistrygBWK2007WKbbbWKdcfbXh 3.4 39

127 ₂tructureWKprotonationKstateKandKdynamicsKofKcatalaseKcompoundKzz[KChemPhysChemWK2005WKgWKbicaXg 3.2 38

126 −heKRoleKofKyydrogenKsondsKinKtheK₂tabilizationKofK₂ilverX ediatedKtytosineK−etramers[KJournalgofg
PhysicalgChemistrygLettersWK2015WKgWKeagbXg 6.4 37

125
 etalKtomplexesKofKuithiolateK—igandskKfWgXuihydroXbWeXdithiinXcWdXdithiolatoKSdddtScXTTWK
fWhXuihydroXbWeWgXtrithiinXcWdXdithiolatoKSdtdtScXTTWKandKcX−hioxoXbWdXdithioleXeWfXdithiolatoKSdmitScXTT[K
₂ynthesisWKvlectrochemicalK₂tudiesWKtrystalKandKvlectronicK₂tructuresWKandKtonductingK·roperties[K
InorganicgChemistryWK1996WKdfWKdifgXdihd

5.1 36

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

123
rK−rappedKtovalentKzntermediateKofKaKxlycosideKyydrolaseKonKtheK·athwayKtoK−ransglycosylation[K
znsightsKfromKvxperimentsKandKüuantumK echanics] olecularK echanicsK₂imulations[KJournalgofg
thegAmericangChemicalgSocietyWK2016WKbdiWKddcfXdc

16.4 35

122 rKneutralKzwitterionicKmolecularKsolid[KChemistrygwgAgEuropeangJournalWK2010WKbgWKbeafbXj 4.8 35
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121 tombinedKinhibitorKfreeXenergyKlandscapeKandKstructuralKanalysisKreportsKonKtheKmannosidaseK
conformationalKcoordinate[KAngewandtegChemiegwgInternationalgEditionWK2014WKfdWKbaihXjb 16.4 34

120 −heKreactionKmechanismKofKretainingKglycosyltransferases[KBiochemicalgSocietygTransactionsWK2016WK
eeWKfbXga 5.1 34

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

118 bWgXtyclophellitolKtyclosulfateskKrKNewKtlassKofKzrreversibleKxlycosidaseKznhibitor[KACSgCentralg
ScienceWK2017WKdWKhieXhjd 16.8 33

117
vvidenceKforKaKboatKconformationKatKtheKtransitionKstateKofKxyhgK˛–XbWgXmannanasesXXkeyKenzymesK
inKbacterialKandKfungalKmannoproteinKmetabolism[KAngewandtegChemiegwgInternationalgEditionWK2015WK
feWKfdhiXic

16.4 33

116 ₂tructureXenergyKrelationsKinKmethylcobalaminKwithKandKwithoutKboundKaxialKbase[KInorganicg
ChemistryWK2004WKedWKggciXdc 5.1 33

115 yybridKuNrXgoldKnanostructuredKmaterialskKanabKinitioapproach[KNanotechnologyWK2001WKbcWKbcgXbdb 3.4 33

114 znteranionicKSXTOXy[[[OSXTKinteractionskKaKsolidXstateKandKcomputationalKstudyKofKtheKringKandKchainK
motifs[KChemistrygwgAgEuropeangJournalWK2000WKgWKefdgXfb 4.8 33

113 αnravellingKtheKintrinsicKfeaturesKofKNOKbindingKtoKironSzzTXKandKironSzzzTXhemes[KInorganicgChemistryWK
2008WKehWKhhjcXiab 5.1 31

112 −heKsynthesisKandKcharacterizationKofKradicalKcationKsaltsKofK
bisSethylenedithioTtetraselenafulvalene[KSyntheticgMetalsWK1993WKfgWKcajaXcajf 3.6 31

111 ·alladiumXmediatedKenzymeKactivationKsuggestsKmultiphaseKinitiationKofKglycogenesis[KNatureWK2018
WKfgdWKcdfXcea 50.4 31

110 wactorsKgoverningKtheKchargeKdensityKwaveKpatternsKofKlayeredKtransitionXmetalKcompoundsKofK
octahedralKcoordinationKwithKdcKandKddKelectronKcounts[KInorganicgChemistryWK1993WKdcWKeajeXeajh 5.1 30

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

108 −heK·roximalKyydrogenXsondedKResidueKtontrolsKtheK₂tabilityKofKtheKtompoundzzzntermediateKofK
·eroxidasesKandKtatalases[KJournalgofgPhysicalgChemistrygBWK2003WKbahWKfdaaXfdaf 3.4 29

107 ₂trengthKandKdirectionalityKofKtheKtSspdTpyp₂SspdTKinteraction[KrnKabKinitioKstudyKusingKtheKyc₂ptyeK
modelKcomplex[KChemicalgPhysicsgLettersWK1997WKchjWKbeaXbfa 2.5 28

106 rKdensityKfunctionalKstudyKofKcrystallineKaceticKacidKandKitsKprotonKtransferKpolymorphicKforms[K
JournalgofgChemicalgPhysicsWK2000WKbbdWKjcaiXjcbg 3.9 28

105
tharacterisationKofKtheKwermiKsurfaceKandKphaseKtransitionsKofKSsvuOX−−wTcKReOe´•SycOTKbyKphysicalK
propertyKmeasurementsKandKelectronicKbandKstructureKcalculations[KEuropeangPhysicalgJournalgBWK
1994WKjeWKdjXeh

1.2 28

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

(2018-2014)
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103 RetinaldehydeKisKaKsubstrateKforKhumanKaldoXketoKreductasesKofKtheKbtKsubfamily[KBiochemicalg
JournalWK2011WKeeaWKddfXee 3.8 26

102 ReductiveKcleavageKmechanismKofKtoXtKbondKinKcobalaminXdependentKmethionineKsynthase[KJournalg
ofgPhysicalgChemistrygBWK2010WKbbeWKbcjgfXhb 3.4 26

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

100
caK–KcrystalKstructureWKelectricalKtransportWKelectronicKbandKstructureWKscanningKtunnellingK
microscopyKandKpressureâ��RwKimpedanceKstudiesKonKtheKorganicKconductingKsaltK
˛”XSsvu−â��−₂wTctu[NStNTc]sr[KJournalgofgMaterialsgChemistryWK1995WKfWKbgfjXbggj

24

99 uynamicKandKwunctionalK·rofilingKofKδylanXuegradingKvnzymesKinK₂ecretomesKαsingKrctivityXsasedK
·robes[KACSgCentralgScienceWK2019WKfWKbaghXbahi 16.8 23

98 rnKionizableKactiveXsiteKtryptophanKimpartsKcatalaseKactivityKtoKaKperoxidaseKcore[KJournalgofgtheg
AmericangChemicalgSocietyWK2014WKbdgWKhcejXfc 16.4 23

97 talciumXbasedKfunctionalizationKofKcarbonKnanostructuresKforKpeptideKimmobilizationKinKaqueousK
media[KJournalgofgMaterialsgChemistryWK2012WKccWKbjgie 23

96 ·rotonKtransferKdrivesKproteinKradicalKformationKinKyelicobacterKpyloriKcatalaseKbutKnotKinK
·enicilliumKvitaleKcatalase[KJournalgofgthegAmericangChemicalgSocietyWK2011WKbddWKecifXji 16.4 23

95 ·rotonatedKheme[KChemistrygwgAgEuropeangJournalWK2007WKbdWKhhgXif 4.8 23

94
sindingKofKtheKantitubercularKproXdrugKisoniazidKinKtheKhemeKaccessKchannelKofKcatalaseXperoxidaseK
S–atxT[KrKcombinedKstructuralKandKmetadynamicsKinvestigation[KJournalgofgPhysicalgChemistrygBWK
2014WKbbiWKcjceXdb

3.4 22

93 yumanKandKrodentKaldoXketoKreductasesKfromKtheKr–RbsKsubfamilyKandKtheirKspecificityKwithK
retinaldehyde[KChemicowBiologicalgInteractionsWK2011WKbjbWKbjjXcaf 5 22

92 −heKstructureKandKdynamicsKofKtheKwe´ tOKbondKinKmyoglobin[KJournalgofgPhysicsgCondensedgMatterWK
2003WKbfWK₂biajX₂bicc 1.8 22

91 uensityKwunctionalK₂tudyKofKbhOKN RKthemicalK₂hiftKandKNuclearKüuadrupoleKtouplingK−ensorsKinK
OxyhemeK odelKtomplexes[KJournalgofgPhysicalgChemistrygBWK2000WKbaeWKfcaaXfcai 3.4 22

90 −ransferKofKaK·rotonKbetweenKNKrtomsKinKvxcitedKvlectronicK₂tatesKofKbWfXuiazaXbWdXpentadiene[KTheg
JournalgofgPhysicalgChemistryWK1995WKjjWKjifeXjigb 22

89
wentonXuerivedKOyKRadicalsKvnableKtheK ·n₂KvnzymeKtoKtonvertKcXyydroxyethylphosphonateKtoK
 ethylphosphonatekKznsightsKfromKrbKznitioKü ]  K uK₂imulations[KJournalgofgthegAmericang
ChemicalgSocietyWK2019WKbebWKjcieXjcjb

16.4 21

88 RoleKofKtheKyisgeKresidueKonKtheKpropertiesKofKtheKweâ��tOKandKweâ��OcKbondsKinKmyoglobin[KrK
tyrR  ]uw−Kstudy[KComputationalgandgTheoreticalgChemistryWK2003WKgdcWKdajXdcb 21

87 sisSethylenethioTtetrathiafulvaleneKSsv−X−−wTWKanKorganicKdonorKwithKhighKelectricalKconductivity[K
AdvancedgMaterialsWK1995WKhWKbacdXbach 24 21

86 OxazolineKorKOxazoliniumKzonpK−heK·rotonationK₂tateKandKtonformationKofKtheKReactionK
zntermediateKofKthitinaseKvnzymesKRevisited[KChemistrygwgAgEuropeangJournalWK2018WKceWKbjcfiXbjcgf 4.8 21
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85 RationalKuesignKofK echanismXsasedKznhibitorsKandKrctivityXsasedK·robesKforKtheKzdentificationKofK
RetainingK˛–XlXrrabinofuranosidases[KJournalgofgthegAmericangChemicalgSocietyWK2020WKbecWKegeiXeggc 16.4 20

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

83 ₂tructureKandKdynamicsKofKdioxygenKboundKtoKcobaltKandKironKheme[KBiophysicalgJournalWK2006WKjbWKcaceXde2.9 20

82 rnKvpoxideKzntermediateKinKxlycosidaseKtatalysis[KACSgCentralgScienceWK2020WKgWKhgaXhha 16.8 20

81 yowKdoKγaterK₂olventKandKxlutathioneK—igandsKrffectKtheK₂tructureKandKvlectronicK·ropertiesKofK
rucfS₂RTbiSXTp[KJournalgofgPhysicalgChemistrygLettersWK2015WKgWKdifjXgf 6.4 19

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

79 ₂tapleKmotifsWKinitialKstepsKinKtheKformationKofKthiolateXprotectedKgoldKnanoparticleskKhowKdoKtheyK
formp[KInorganicgChemistryWK2012WKfbWKbbeccXj 5.1 19

78 OxygenKbindingKtoKironâ��porphyrinkKrKdensityKfunctionalKstudyKusingKbothK—₂uKandK—₂uVxtKschemesK
1998WKhaWKdihXdje 19

77 yydrogenKbondingKandKcollectiveKprotonKmodesKinKclustersKandKperiodicKlayersKofKsquaricKacidkKrK
densityKfunctionalKstudy[KJournalgofgChemicalgPhysicsWK2001WKbbfWKgeagXgebh 3.9 19

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

75 —ongKdistanceKelectronKtransferKthroughKtheKaqueousKsolutionKbetweenKredoxKpartnerKproteins[K
NaturegCommunicationsWK2018WKjWKfbfh 17.4 19

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

73
znterdependenceKofKredoxKstateWKhydrogenKbondingWKanionKrecognitionKandKchargeKpartitionKinK
crystalsKofKSvu−X−−wXtONy eTgK[Reg₂eiStNTg]KStydtNTcStyctlcTc[KChemicalgCommunicationsWK
2003WKbicaXb

5.8 18

72 ₂tructuralK·ropertiesWKvlectronK—ocalizationKandK agneticKsehaviorKofKtopperKyydroxonitratekKKrK
uensityKwunctionalK₂tudy[KJournalgofgPhysicalgChemistrygBWK1999WKbadWKjdihXjdjb 3.4 18

71 vnzymaticKtleavageKofKxlycosidicKsondskK₂trategiesKonKyowKtoK₂etKαpKandKtontrolKaKü ]  K
 etadynamicsK₂imulation[KMethodsgingEnzymologyWK2016WKfhhWKbfjXid 1.7 18

70 rKfrontXfaceKR₂iKsynthaseRKengineeredKfromKaKretainingKRdoubleX₂cRKhydrolase[KNaturegChemicalg
BiologyWK2017WKbdWKiheXiib 11.7 17

69 δXrayKdiffractionKandKelectronicKbandKstructureKstudyKofKtheKorganicKsuperconductorK
pXSv−Tctu[NStNTc][KPhysicagC:gSuperconductivitygandgItsgApplicationsWK1994WKcdeWKdaaXdag 1.3 17

68 tarbaXcyclophellitolsKrreKNeutralKRetainingXxlucosidaseKznhibitors[KJournalgofgthegAmericang
ChemicalgSocietyWK2017WKbdjWKgfdeXgfdh 16.4 16

(2017-2020)
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67  odelingKcatalyticKreactionKmechanismsKinKglycosideKhydrolases[KCurrentgOpiniongingChemicalg
BiologyWK2019WKfdWKbidXbjb 9.7 16
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