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149 rnomericJandJvxoWrnomericJvffectsJinJtarbohydrateJthemistryXJAdvancesiiniCarbohydratei
ChemistryiandiBiochemistryVJ1989VJdgVJdeWabc 3.7 266

148 rnJattemptJtoJderiveJaJnewJ—arplusWtypeJequationJofJvicinalJprotonWcarbonJcouplingJconstantsJforJ
tpαptpyJsegmentsJofJbondedJatomsXJCarbohydrateiResearchVJ1989VJahiVJceiWcfb 2.9 235

147 βvxylatedJnanoparticlesJbindJtoJandJalterJamyloidWbetaJpeptideJconformationkJtowardJengineeringJ
ofJfunctionalJnanomedicinesJforJrlzheimerQsJdiseaseXJACSiNanoVJ2012VJfVJehigWi]h 16.7 141

146 tonformationalWenergyJcalculationsJforJoligosaccharideskJaJcomparisonJofJmethodsJandJaJstrategyJ
ofJcalculationXJCarbohydrateiResearchVJ1986VJadiVJchiWda] 2.9 121

145 tarbonWprotonJcouplingJconstantsJinJtheJconformationalJanalysisJofJsugarJmoleculesXJAdvancesiini
CarbohydrateiChemistryiandiBiochemistryVJ1995VJeaVJaeWfa 3.7 115

144 πuantumJmechanicalJandJΨMRJspectroscopyJstudiesJonJtheJconformationsJofJtheJhydroxymethylJ
andJmethoxymethylJgroupsJinJaldohexosidesXJCarbohydrateiResearchVJ2002VJccgVJcecWfg 2.9 103

143
TheoreticalJstudiesJonJtheJconformationJofJsaccharidesXJcXJtonformationalJpropertiesJofJtheJ
glycosidicJlinkageJinJsolutionJandJtheirJrelationJtoJtheJanomericJandJexoanomericJeffectsXJJournaliofi
theiAmericaniChemicaliSocietyVJ1980VJa]bVJfibiWficf

16.4 84

142
rbJznitioJMolecularJαrbitalJStudyJofJtheJtatalyticJMechanismJofJxlycosyltransferaseskJJuescriptionJ
ofJReactionJβathwaysJandJueterminationJofJTransitionWStateJStructuresJforJznvertingJ
ΨWrcetylglucosaminyltransferasesXJJournaliofitheiAmericaniChemicaliSocietyVJ2000VJabbVJhgfbWhggf

16.4 59

141
rbJinitioJmolecularJorbitalJcalculationJofJcarbohydrateJmodelJcompoundsXJbXJtonformationalJ
analysisJofJaxialJandJequatorialJbWmethoxytetrahydropyransXJTheiJournaliofiPhysicaliChemistryVJ1994
VJihVJidggWidhe

59

140 ModellingJofJbetaWuWglucopyranoseJringJdistortionJinJdifferentJforceJfieldskJaJmetadynamicsJstudyXJ
CarbohydrateiResearchVJ2010VJcdeVJec]Wg 2.9 57

139 MolecularJandJtrystalJStructuresJofJznulinJfromJvlectronJuiffractionJuataXJMacromoleculesVJ1996VJ
biVJdfbfWdfce 5.5 56

138 yydrationJofJalphaWmaltoseJandJamylosekJmolecularJmodellingJandJthermodynamicsJstudyXJ
CarbohydrateiResearchVJ1995VJbghVJbgWda 2.9 56

137 tonformationalJanalysisJofJRaJWoJfSW˛–WuWglucanXJCarbohydrateiResearchVJ1978VJfaVJigWa]f 2.9 55

136 sindingJofJ˛†WamyloidJRaWdbSJpeptideJtoJnegativelyJchargedJphospholipidJmembranesJinJtheJ
liquidWorderedJstatekJmodelingJandJexperimentalJstudiesXJBiophysicaliJournalVJ2012VJa]cVJdecWdfc 2.9 53

135 SynthesisJandJconformationalJanalysisJofJnovelJΨRαtycSWlinkedJdisaccharideJanaloguesXJChemistryiwi
AiEuropeaniJournalVJ2004VJa]VJadccWdd 4.8 49

134 trystallineJconformationJandJstructureJofJlichenanJandJbarleyJ˛†WglucanXJCanadianiJournaliofi
ChemistryVJ1983VJfaVJaf]hWafaf 0.9 48

133 TheoreticalJstudiesJonJtheJconformationJofJsaccharidesXJzVXJSolventJeffectJonJtheJstabilityJofJ
˛†WmaltoseJconformersXJBiopolymersVJ1982VJbaVJahhgWahig 2.2 44
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132 rngularJdependenceJofJvicinalJcarbonWprotonJcouplingJconstantsJforJconformationalJstudiesJofJtheJ
hydroxymethylJgroupJinJcarbohydratesXJCarbohydrateiResearchVJ1995VJbgaVJaeaWafb 2.9 43

131
rbJznitioJMolecularJαrbitalJtalculationJofJtarbohydrateJModelJtompoundsXJfXJTheJxaucheJvffectJ
andJtonformationsJofJtheJyydroxymethylJandJMethoxymethylJxroupsXJJournaliofiPhysicali
ChemistryiBVJ1997VJa]aVJbiibWbiii

3.4 42

130
TheJanomericJandJexoWanomericJeffectsJofJaJhydroxylJgroupJandJtheJstereochemistryJofJtheJ
hemiacetalJlinkageaarbJznitioJMolecularJαrbitalJtalculationJofJtarbohydrateJModelJtompoundsXJ
βartJgXJworJβartJfVJseeJref[a]XXJCarbohydrateiResearchVJ1998VJc]iVJaWi

2.9 40

129
rbJznitioMolecularJαrbitalJtalculationJofJtarbohydrateJModelJtompoundsXJeXJ
rnomericVvxoWrnomericVJandJReverseJrnomericJvffectsJintWVΨWVJandSWxlycosylJtompoundsXJThei
JournaliofiPhysicaliChemistryVJ1996VJa]]VJaac]eWaacac

39

128
tatalyticJmechanismJofJglycosyltransferaseskJhybridJquantumJmechanical[molecularJmechanicalJ
studyJofJtheJinvertingJΨWacetylglucosaminyltransferaseJzXJJournaliofitheiAmericaniChemicaliSocietyVJ
2006VJabhVJafibaWg

16.4 37

127 TheoreticalJstudiesJonJtheJconformationJofJsaccharidesXJTheoreticaiChimicaiActaVJ1986VJg]VJiiWaad 37

126 StereochemistryJofJnonreducingJdisaccharidesJinJsolutionXJCarbohydrateiResearchVJ1987VJaf]VJacgWadi 2.9 37

125
ResolutionJofJRacemicJΨWsenzylJ˛–WrminoJrcidsJbyJ−iquidW−iquidJvxtractionkJrJβracticalJMethodJ
UsingJaJ−ipophilicJthiralJtobaltRzzzSJSalenJtomplexJandJMechanisticJStudiesXJEuropeaniJournaliofi
OrganiciChemistryVJ2008VJb]]hVJabecWabfd

3.2 35

124 tarbohydrateWproteinJinteractionskJmolecularJmodelingJinsightsXJAdvancesiiniCarbohydratei
ChemistryiandiBiochemistryVJ2014VJgaVJiWacf 3.7 34

123 SubstrateWassistedJcatalyticJmechanismJofJαWxlcΨrcJtransferaseJdiscoveredJbyJquantumJ
mechanics[molecularJmechanicsJinvestigationXJJournaliofitheiAmericaniChemicaliSocietyVJ2012VJacdVJaeefcWga16.4 33

122 MolecularJmodelingJinsightsJintoJtheJcatalyticJmechanismJofJtheJretainingJgalactosyltransferaseJ
−gttXJCarbohydrateiResearchVJ2004VJcciVJa]]gWad 2.9 33

121 MolecularJorbitalsJstudiesJofJtheJconformationsJofJdimethoxymethaneXJJournaliofiMoleculari
StructureVJ1975VJbdVJbdiWbei 3.4 32

120 yybridJquantumJmechanical[molecularJmechanicalJinvestigationJofJtheJ
betaWaVdWgalactosyltransferaseWzJmechanismXJJournaliofiPhysicaliChemistryiBVJ2009VJaacVJaacadWi 3.4 31

119 αneWbondJcarbonWprotonJcouplingJconstantskJrngularJdependenceJinJ˛†WlinkedJoligosaccharidesXJ
JournaliofiBiomoleculariNMRVJ1992VJbVJdbaWdc] 3 31

118 tonformationJandJdynamicsJofJaJcyclicJRaWWobSWbetaWuWglucanXJInternationaliJournaliofiBiologicali
MacromoleculesVJ1995VJagVJahiWih 7.9 30

117 −oneJpairJinteractionsJinJdimethoxymethaneJandJanomericJeffectXJCanadianiJournaliofiChemistryVJ
1979VJegVJdbdWdce 0.9 30

116 TheJconformationalJpropertiesJofJtheJglycosidicJlinkageXJCarbohydrateiResearchVJ1981VJi]VJagcWahe 2.9 30

115 tonformationalJfreeJenergyJsurfaceJofJalphaWΨWacetylneuraminicJacidkJanJinterplayJbetweenJ
hydrogenJbondingJandJsolvationXJJournaliofiPhysicaliChemistryiBVJ2009VJaacVJiehiWid 3.4 29
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114 uependenceJonJsaccharideJconformationJofJtheJoneWbondJandJthreeWbondJcarbonpprotonJcouplingJ
constantsXJCarbohydrateiResearchVJ1990VJb]fVJeeWfd 2.9 29

113
rJtheoreticalJstudyJonJtheJcatalyticJmechanismJofJtheJretainingJ˛–WaVbWmannosyltransferaseJ
—rebp[MntapkJtheJimpactJofJdifferentJmetalJionsJonJcatalysisXJOrganiciandiBiomoleculariChemistryVJ
2014VJabVJdb]aWa]

3.9 27

112 rnJattemptJtoJderiveJtheJpotentialJfunctionJforJevaluationJofJtheJenergyJassociatedJwithJtheJ
exoWanomericJeffectXJCarbohydrateiResearchVJ1984VJabeVJaeeWaf] 2.9 27

111 rtomisticJinsightJintoJtheJcatalyticJmechanismJofJglycosyltransferasesJbyJcombinedJquantumJ
mechanics[molecularJmechanicsJRπM[MMSJmethodsXJCarbohydrateiResearchVJ2015VJd]cVJchWdg 2.9 26

110 tonformationalJdependenceJofJtheJoneWbondJcarbonâ��protonJcouplingJconstantsJinJ
oligosaccharidesXJMagneticiResonanceiiniChemistryVJ1990VJbhVJhfbWhff 2.1 26

109 rbJznitioJMolecularJαrbitalJtalculationJonJtarbohydrateJModelJtompoundsXJaXJTheJrnomericJvffectJ
inJwluoroJandJthloroJuerivativesJofJTetrahydropyranXJTheiJournaliofiPhysicaliChemistryVJ1994VJihVJfdebWfdeh 25

108 MetadynamicsJmodellingJofJtheJsolventJeffectJonJprimaryJhydroxylJrotamerJequilibriaJinJ
hexopyranosidesXJCarbohydrateiResearchVJ2009VJcddVJaegeWha 2.9 24

107 tomparativeJuwTJstudyJonJtheJ˛–WglycosidicJbondJinJreactiveJspeciesJofJgalactosylJdiphosphatesXJ
ChemicaliPapersVJ2009VJfcVJ 1.9 24

106 αnJtheJreactionJpathwaysJandJdeterminationJofJtransitionWstateJstructuresJforJretainingJ
alphaWgalactosyltransferasesXJCarbohydrateiResearchVJ2003VJcchVJhfeWgg 2.9 24

105 βotentialJtransitionWstateJanalogsJforJglycosyltransferasesXJuesignJandJuwTJcalculationsJofJ
conformationalJbehaviorXJCarbohydrateiResearchVJ2005VJcd]VJa]eaWg 2.9 24

104 vxploringJreactionJpathwaysJforJαWxlcΨrcJtransferaseJcatalysisXJrJstringJmethodJstudyXJJournaliofi
PhysicaliChemistryiBVJ2015VJaaiVJdcgaWha 3.4 23

103 tonformationalJstatisticsJofJpectinJsubstancesJinJsolutionJbyJaJMetropolisJMonteJtarloJstudyXJ
CarbohydrateiPolymersVJ1997VJcbVJbeeWbff 10.3 23

102 αneWbondJcarbonWprotonJcouplingJconstantskJangularJdependenceJinJalphaWlinkedJoligosaccharidesXJ
CarbohydrateiResearchVJ1991VJbbaVJhcWid 2.9 23

101 SolutionJbehaviorJofJmethylJbetaWxylobiosidekJconformationalJflexibilityJrevealedJbyJnXmXrXJ
measurementsJandJtheoreticalJcalculationsXJCarbohydrateiResearchVJ1990VJaihVJaicWb]c 2.9 23

100 RrMMJâ��JrJnewJprocedureJforJtheoreticalJconformationalJanalysisJofJcarbohydratesXJCarbohydratei
ResearchVJ1990VJb]dVJbiWcf 2.9 23

99 ˛–WuWmannoseJderivativesJasJmodelsJdesignedJforJselectiveJinhibitionJofJxolgiJ˛–WmannosidaseJzzXJ
EuropeaniJournaliofiMedicinaliChemistryVJ2011VJdfVJiddWeb 6.8 22

98 rbJznitioJMolecularJαrbitalJtalculationJofJtarbohydrateJModelJtompoundsXJcXJvffectJofJtheJvlectricJ
wieldJonJtonformationsJaboutJtheJxlycosidicJ−inkageXJTheiJournaliofiPhysicaliChemistryVJ1995VJiiVJfbcdWfbda 22

97
TheoreticalJstudyJofJenzymaticJcatalysisJexplainsJwhyJtheJtrappedJcovalentJintermediateJinJtheJ
vc]ctJmutantJofJglycosyltransferaseJxTsJwasJnotJdetectedJinJtheJwildWtypeJenzymeXJGlycobiologyVJ
2015VJbeVJcWg

5.8 21
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96 tontinuousJmetadynamicsJinJessentialJcoordinatesJasJaJtoolJforJfreeJenergyJmodellingJofJ
conformationalJchangesXJJournaliofiMoleculariModelingVJ2008VJadVJiieWa]]b 2 21

95 TheoreticalJstudiesJonJtheJconformationJofJsaccharidesXJVzzzXJSolventJeffectJonJtheJstabilityJofJ
˛†WcellobioseJconformersXJBiopolymersVJ1984VJbcVJaieaWaif] 2.2 21

94 SaturatedJirregularJstructuresJinJpolyRvinylJchlorideSXJEuropeaniPolymeriJournalVJ1975VJaaVJdaaWdaf 5.2 21

93
tatalyticJmechanismJofJtheJinvertingJΨWacetylglucosaminyltransferaseJzkJuwTJquantumJmechanicalJ
modelJofJtheJreactionJpathwayJandJdeterminationJofJtheJtransitionJstateJstructureXJGlycobiologyVJ
2003VJacVJeeiWff

5.8 20

92
ueterminationJofJ−ongJRangeJβrotonJtarbonJtouplingJtonstantsJbyJModifiedJSemiWSelectiveJ
TwoWuimensionalJzneptkJrnJrpplicationJinJStereochemicalJrnalysisJofJSaccharidesXJJournaliofi
CarbohydrateiChemistryVJ1989VJhVJchiWcid

1.7 20

91 SolventJeffectJonJtheJstabilityJofJisomaltoseJconformersXJBiopolymersVJ1990VJc]VJcfiWcgi 2.2 20

90 tomputationalJmethodsJforJstudyingJoligoWJandJpolysaccharideJconformationsXJPureiandiAppliedi
ChemistryVJ1989VJfaVJab]aWabaf 2.1 20

89 SelectinsWTheJTwoJurXJ–ekyllJandJMrXJyydeJwacesJofJrdhesionJMoleculesWrJReviewXJMoleculesVJ2020VJ
beVJ 4.8 19

88 rutomatedJTrainingJofJReaxwwJReactiveJworceJwieldsJforJvnergeticsJofJvnzymaticJReactionsXJJournali
ofiChemicaliTheoryiandiComputationVJ2018VJadVJbiaWc]b 6.4 19

87 βtz−αJquantumWmechanicalJrelaxedJconformationalJenergyJmapJofJmethylJdWthioWalphaWmaltosideJ
inJsolutionXJCarbohydrateiResearchVJ1992VJbbeVJbgWda 2.9 18

86 TowardJanJaccurateJconformationalJmodelingJofJiduronicJacidXJJournaliofiPhysicaliChemistryiBVJ2013
VJaagVJa]]cWi 3.4 17

85
StepwiseJcatalyticJmechanismJviaJshortWlivedJintermediateJinferredJfromJcombinedJπM[MMJMvRβJ
andJβvSJcalculationsJonJretainingJglycosyltransferaseJppxalΨrcTbXJPLoSiComputationaliBiologyVJ
2015VJaaVJea]]d]fa

5 16

84
yighlyJconservedJcysteinesJofJmouseJcoreJbJbetaaVfWΨWacetylglucosaminyltransferaseJzJformJaJ
networkJofJdisulfideJbondsJandJincludeJaJthiolJthatJaffectsJenzymeJactivityXJJournaliofiBiologicali
ChemistryVJ2003VJbghVJdehfdWha

5.4 16

83 StudyJofJtheJkineticsJandJmechanismJofJtheJacidWbaseWcatalyzedJenolizationJofJ
hydroxyacetaldehydeJandJmethoxyacetaldehydeXJCarbohydrateiResearchVJ1980VJhgVJceWe] 2.9 16

82 TheJbindingJpropertiesJofJtheJyeΨaJinfluenzaJvirusJneuraminidaseJasJinferredJfromJmolecularJ
modelingXJJournaliofiMoleculariModelingVJ2011VJagVJaddeWef 2 15

81 vnantioselectiveJepoxidationJofJelectrophilicJolefinsJbyJusingJglycosylJhydroperoxidesXJChemistryiwiAi
EuropeaniJournalVJ2008VJadVJf]hgWig 4.8 15

80
rbJznitioJMolecularJαrbitalJStudyJofJtheJtonformationalJsehaviorJofJtheJSugarâ��βhosphateJ−inkageXJ
TowardJanJUnderstandingJofJtheJtatalyticJMechanismJofJxlycosyltransferasesXJJournaliofiPhysicali
ChemistryiBVJ1999VJa]cVJbef]Wbefi

3.4 15

79 tonformationalJstudyJofJdigalacturonicJacidJandJsodiumJdigalacturonateJinJsolutionXJCarbohydratei
ResearchVJ1994VJbfaVJahgWb]b 2.9 15

(1994-2008)
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78 —arplusWtypeJequationJforJvicinalJcarbonWprotonJcouplingJconstantsJforJtheJtpSptpyJpathwayJinJ
aWthioglycosidesXJCarbohydrateiResearchVJ1992VJbbiVJbbeWbca 2.9 15

77 vlectronJimpactVJchemicalJionizationJandJcollisionalJactivationJmassJspectrometryJofJmethylJ
αWacetylW˛†WuWxylopyranosidesXJBiologicaliMassiSpectrometryVJ1985VJabVJdiWeh 15

76 StructuralJznsightsJintoJtheJtatalyticJMechanismJandJTransitionJStateJofJxlycosyltransferasesJUsingJ
abJinitioJMolecularJModelingXJTrendsiiniGlycoscienceiandiGlycotechnologyVJ2005VJagVJaggWai] 0.1 15

75 rJπM[MMJinvestigationJofJtheJcatalyticJmechanismJofJmetalWionWindependentJcoreJbJ
˛†aVfWΨWacetylglucosaminyltransferaseXJChemistryiwiAiEuropeaniJournalVJ2013VJaiVJhaecWfb 4.8 14

74 rbJinitioJmolecularJorbitalJcalculationJofJcarbohydrateJmodelJcompoundsJdXJwlexibilityJofJ˛¤WtypeJ
glycosidicJbondsJinJcarbohydratesXJComputationaliandiTheoreticaliChemistryVJ1997VJcieWcifVJaWac 14

73 TheJconformationalJanalysisJofJmethylJbetaWxylobiosidekJeffectJofJchoiceJofJpotentialJfunctionsXJ
CarbohydrateiResearchVJ1993VJbdgVJgaWha 2.9 14

72 TheoreticalJstudiesJonJtheJconformationJofJsaccharidesXJVXJyydrationJofJtheJacetalJsegmentJinJ
glycosidesXJInternationaliJournaliofiQuantumiChemistryVJ1983VJbcVJgfeWggh 2.1 14

71 αnJthermalJdehydrochlorinationJofJmodelJcompoundsJforJpolyRvinylJchlorideSâ��zzXJTetrahedronVJ
1974VJc]VJcbgeWcbh] 2.4 14

70 wirstWβrinciplesJznteractionJrnalysisJrssessmentJofJtheJManganeseJtationJinJtheJtatalyticJrctivityJofJ
xlycosyltransferasesXJJournaliofiPhysicaliChemistryiBVJ2017VJabaVJfadhWfafb 3.4 13

69
ΨWRdWSubstitutedWbenzoylSWΨQWR˛†WdWglucopyranosylSureasJasJinhibitorsJofJglycogenJphosphorylasekJ
SynthesisJandJevaluationJbyJkineticVJcrystallographicVJandJmolecularJmodellingJmethodsXJBioorganici
andiMedicinaliChemistryVJ2012VJb]VJah]aWaf

3.4 13

68 StepJbyJstepJtowardsJunderstandingJgoldJglyconanoparticlesJasJelementsJofJtheJnanoworldXJ
ChemicaliPapersVJ2007VJfaVJ 1.9 13

67 uwTJcalculationsJofJtheJanomericJandJexoWanomericJeffectJofJtheJhydroperoxyJandJperoxyJgroupsXJ
CarbohydrateiResearchVJ2008VJcdcVJadfcWgb 2.9 13

66 vffectsJofJtheJtomplexationJbyJtheJMgbUJtationJonJtheJStereochemistryJofJtheJSugarâ��uiphosphateJ
−inkageXJrbJznitioJModelingJonJΨucleotideâ��SugarsXJJournaliofiPhysicaliChemistryiAVJ2000VJa]dVJdf]iWdfag 2.8 13

65 TheoreticalJaspectsJofJstructureJandJconformationJofJoligosaccharidesXJCurrentiOpinioniiniStructurali
BiologyVJ1992VJbVJffaWffe 8.1 13

64 tomputerJmodelingJofJpolysaccharideWpolysaccharideJinteractionskJanJapproachJtoJtheJ
kappaWcarrageenanWmannanJcaseXJBiopolymersVJ1992VJcbVJeeaWf] 2.2 13

63 TheoreticalJstudiesJonJtheJconformationJofJsaccharidesXJTheoreticaiChimicaiActaVJ1979VJecVJiWai 13

62 zncorporationJofJloneJpairsJintoJtheJelectrostaticJtermJinJtheJempiricalJintraWJandJintermolecularJ
energyJcalculationsXJBiopolymersVJ1979VJahVJbecgWbedg 2.2 13

61 talculationJofJsolventJeffectJonJconformationJstabilityJandJanomericJeffectJinJdimethoxymethaneXJ
CollectioniofiCzechoslovakiChemicaliCommunicationsVJ1980VJdeVJahhcWahie 13
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60 sindingJofJ˛†WuWglucosidesJandJ˛†WuWmannosidesJbyJriceJandJbarleyJ˛†WuWglycosidasesJwithJdistinctJ
substrateJspecificitiesXJBiochemistryVJ2010VJdiVJhggiWic 3.2 12

59 SolventJeffectJonJtheJstabilityJofJmannobioseJconformersXJBiopolymersVJ1987VJbfVJadiiWae]h 2.2 12

58 MolecularJdynamicJstudiesJofJamyloidWbetaJinteractionsJwithJcurcuminJandJtubUJionsXJChemicali
PapersVJ2015VJfiVJ 1.9 11

57 StudiesJonJtheJconformationalJbehaviourJofJxlcΨrcWMancWxlcΨrcbJoligosaccharidesJusingJ
molecularJdynamicsJsimulationsXJGlycoconjugateiJournalVJ1998VJaeVJahgWia 3 11

56 —ineticsJandJmechanismJofJtheJacidWcatalyzedJreactionsJofJmethylatedJtriosesXJCarbohydratei
ResearchVJ1980VJhgVJeaWfb 2.9 10

55 thangeJofJtheJmolecularJsurfaceJandJvolumeJduringJinternalJrotationJandJitsJeffectJonJ
conformationalJequilibriumJinJsolutionXJJournaliofiMoleculariStructureVJ1980VJfhVJahiWaih 3.4 10

54 αnJthermalJdehydrochlorinationJofJmodelJcompoundsJforJpolyvinylchlorideâ��zXJEuropeaniPolymeri
JournalVJ1971VJgVJdaWed 5.2 10

53 uiscoveryJofJprocessiveJcatalysisJbyJanJexoWhydrolaseJwithJaJpocketWshapedJactiveJsiteXJNaturei
CommunicationsVJ2019VJa]VJbbbb 17.4 8

52 MolecularJsimulationsJofJhevein[RxlcΨrcScJcomplexJwithJweakenedJαy[αJandJty[ˇ�JhydrogenJ
bondskJimplicationsJforJtheirJroleJinJcomplexJstabilizationXJCarbohydrateiResearchVJ2015VJd]hVJaWg 2.9 8

51 uifferentJπM[MMJrpproachesJToJvlucidateJvnzymaticJReactionskJtaseJStudyJonJppxalΨrcTbXJ
JournaliofiChemicaliTheoryiandiComputationVJ2016VJabVJf]fbWf]gf 6.4 8

50 rbJinitioJstudiesJofJconformationalJpropertiesJofJdimethylJdiphosphateJdianionJandJitsJcomplexJ
withJmagnesiumXJComputationaliandiTheoreticaliChemistryVJ1999VJdfiVJa]cWaad 8

49 tonformationalJanalysisJofJesterJandJetherJlinkagesJinJligninWarabinoxylanJcomplexesXJCarbohydratei
ResearchVJ1994VJbfaVJiaWa]b 2.9 8

48 zrregularJstructuresJinJpolyvinylchlorideJzzXJUnsaturatedJstructuresXJAngewandteiMakromolekularei
ChemieVJ1972VJbcVJagcWahg 8

47 RoleJofJelectrostaticJinteractionsJinJdeterminationJofJanomericJeffectJinJmolecularWmechanicalJ
calculationsJofJacetalJconformationXJCollectioniofiCzechoslovakiChemicaliCommunicationsVJ1978VJdcVJibbWica 8

46 vffectJofJtheJelectricJfieldJonJmolecularJstructureJinJtheJMΨuαJapproximationXJCollectioniofi
CzechoslovakiChemicaliCommunicationsVJ1986VJeaVJah]cWahah 8

45 αligosaccharidesJinJSolutionXJACSiSymposiumiSeriesVJ1990VJafbWagf 0.4 8

44
yowJMycobacteriumJtuberculosisJxalactofuranosylJTransferaseJbJRxlfTbSJxeneratesJrlternatingJ
˛†WRaWfSJandJ˛†WRaWeSJ−inkageskJrJπM[MMJMolecularJuynamicsJStudyJofJtheJthemicalJStepsXJChemistryi
wiAiEuropeaniJournalVJ2018VJbdVJg]eaWg]ei

4.8 7

43
βositiveJelectrosprayJionJtrapJmultistageJmassJspectrometricJfragmentationJofJsyntheticJanalogsJofJ
saccharideJpartJofJlipopolysaccharidesJofJVibrioJcholeraeJαkaXJJournaliofitheiAmericaniSocietyifori
MassiSpectrometryVJ2006VJagVJgdiWgef

3.5 7

(2006-2010)
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42 ΨuclearJαverhauserJeffectsJandJtheJflexibilityJofJsaccharideskJmethylJbetaWxylobiosideXJ
CarbohydrateiResearchVJ1991VJba]VJacWb] 2.9 7

41 MultidisciplinaryJrpproachesJtoJtheJStructuresJofJModelJtompoundsJforJtelluloseJzzXJACSi
SymposiumiSeriesVJ1987VJchWfg 0.4 7

40 αnJThermalJuehydrochlorinationJofJModelJtompoundsJforJβVtJzVXJMαJStudyJofJtheJtatalyticJvffectJ
ofJyydrogenJthlorideXJPolymeriJournalVJ1975VJgVJcdWdc 2.7 7

39 ΨonWplanarJconformationsJofJmethylacetamidekJSolventJeffectJandJchiropticalJpropertiesXJCollectioni
ofiCzechoslovakiChemicaliCommunicationsVJ1982VJdgVJagWbh 7

38 πM[MMJznsightJonJvnzymaticJReactionsJofJxlycosyltransferasesXJMiniwReviewsiiniOrganiciChemistryVJ
2011VJhVJbfcWbfi 1.7 7

37 StructureJofJbovineJalphaWaVcWgalactosyltransferaseJandJitsJcomplexesJwithJUuβJandJuβxalJinferredJ
fromJmolecularJmodelingXJProteins:iStructureviFunctioniandiBioinformaticsVJ2001VJddVJdbhWcd 4.2 6

36 MΨuαJconformationsJofJchloromethyloxiraneJandJsolventJeffectXJCollectioniofiCzechoslovaki
ChemicaliCommunicationsVJ1982VJdgVJcaiiWcb]e 6

35 βanWselectinJinhibitorsJasJpotentialJtherapeuticsJforJtαVzuWaiJtreatmentkJinJsilicoJscreeningJstudyXJ
GlycobiologyVJ2021VJcaVJigeWihg 5.8 6

34 rbJinitioJmodellingJofJtheJanomericJandJexoJanomericJeffectsJinJbWmethoxytetrahydropyranJandJ
bWmethoxythianeJcorrectedJforJintramolecularJsSSvXJPhysicaliChemistryiChemicaliPhysicsVJ2015VJagVJahe]aWac3.6 5

33 UsingJuwTJmethodologyJforJmoreJreliableJpredictiveJmodelskJuesignJofJinhibitorsJofJxolgiJ
˛–WMannosidaseJzzXJJournaliofiMoleculariGraphicsiandiModellingVJ2016VJffVJdgWeg 2.8 5

32 uwTJandJuockingJStudyJofJβotentialJTransitionJStateJrnalogueJznhibitorsJofJxlycosyltransferasesXJ
CollectioniofiCzechoslovakiChemicaliCommunicationsVJ2008VJgcVJeiaWf]g 5

31 TheJroleJofJchemicalJstructureJonJtheJstereochemistryJofJtheJ˛–WRaâ��dSJdiaxialJglycosidicJlinkageXJ
JournaliofiMoleculariStructureVJ1995VJcddVJaegWag] 3.4 5

30 tomputerJmodellingJofJkappaJcarrageenanWmannanJinteractionsXJJournaliofiMoleculariRecognitionVJ
1994VJgVJbdcWe] 2.6 5

29 TheoreticalJstudyJofJstereochemistryJofJmethoxyRmethylthioSmethaneJasJaJmodelJofJthioacetalJ
segmentJinJthiosaccharidesXJCollectioniofiCzechoslovakiChemicaliCommunicationsVJ1984VJdiVJcdeWced 5

28 vlectrostaticJeffectsJonJconformationalJequilibriakJSolvationJenthalpiesJandJtheJreactionJfieldJ
theoryXJCollectioniofiCzechoslovakiChemicaliCommunicationsVJ1984VJdiVJb]e]Wb]fi 5

27 tonformationalJfreeJenergyJmodelingJofJdruglikeJmoleculesJbyJmetadynamicsJinJtheJWyzMJspaceXJ
JournaliofiChemicaliInformationiandiModelingVJ2012VJebVJh]dWac 6.1 4

26 RegioselectiveJenhancementJofJtheJnucleophilicityJofJtheJhydroxylJgroupsJinJmethylJ
˛–WlWrhamnopyranosideJbyJcomplexationJwithJtinRzzSJchlorideXJCarbohydrateiResearchVJ1983VJaahVJbaWbh 2.9 4

25 TheoreticalJstudiesJonJtheJconformationJofJsaccharidesXJComputationaliandiTheoreticaliChemistryVJ
1985VJabcVJadaWaed 4

Igor Tvaroska

8



24 ThreeWdimensionalJhomologyJmodelJofJxlcΨrcWTVJglycosyltransferaseXJGlycobiologyVJ2016VJbfVJgegWgga 5.8 3

23 Structureâ��rctivityJRelationshipsJofJxlycogenJβhosphorylaseJznhibitorJwRbehi]]JandJztsJrnalogueskJ
rJtombinedJSyntheticVJvnzymeJ—ineticsVJandJtomputationalJStudyXJChemPlusChemVJ2014VJgiVJaeehWaefh2.8 3

22 uevelopmentJofJtransitionJstateJanalogueJinhibitorsJforJΨWacetylglycosyltransferasesJbearingJ
uWpsicoorJuWtagatofuranoseJscaffoldsXJChemicaliPapersVJ2015VJfiVJ 1.9 3

21 SynthesisJofJpotentialJinhibitorsJofJglycosyltransferasesJrepresentingJUuβWxlcΨrcXJChemicaliPapersVJ
2015VJfiVJ 1.9 3

20 SynthesisJofJsaccharideJprecursorsJforJpreparationJofJpotentialJinhibitorsJofJglycosyltranferasesXJ
ChemicaliPapersVJ2009VJfcVJ 1.9 3

19 vlectrosprayJionizationJionWtrapJmultistageJmassJspectrometricJstudyJofJsodiumJcationizedJ
aldobiuronicJandJpseudoaldobiuronicJacidJderivativesXJJournaliofiMassiSpectrometryVJ2004VJciVJaeedWfa 2.2 3

18 tonformationalJanalysisJofJoligosaccharidesJinJsolutionXJInternationaliJournaliofiQuantumiChemistry
VJ1989VJceVJadaWaea 2.1 3

17 TheoreticalJstudiesJonJtheJconformationJofJsaccharidesXJXzVXJStructureJandJconformationalJ
propertiesJofJtheJglycosylaminesXJBiopolymersVJ1990VJbiVJaecaWi 2.2 3

16 SynthesisJofJmethylJRmethylJ˛–W−WaltropyranosidSuronateJandJsomeJofJitsJderivativesXJCollectioniofi
CzechoslovakiChemicaliCommunicationsVJ1976VJdaVJch]dWchaa 3

15 uwTJStudyJonJcWSubstitutedJTetrahydropyranWbWylJRadicalsXJCollectioniofiCzechoslovakiChemicali
CommunicationsVJ2006VJgaVJadecWadfi 2

14 βurdieJreagentWinducedJtReSWepimerizationJofJuWgalacturonicJacidJderivativesJinJtheJpresenceJofJ
methylJsulphideXJCollectioniofiCzechoslovakiChemicaliCommunicationsVJ1976VJdaVJcaaiWcac] 2

13 tonformationalJdependenceJofJsolvationJenergyJofJphosphatesXJCollectioniofiCzechoslovaki
ChemicaliCommunicationsVJ1981VJdfVJagbbWagcc 2

12 πM[MMJmethodsJforJstudyingJenzymaticJreactionsJofJglycosyltransferasesXJMethodsiiniMoleculari
BiologyVJ2015VJabgcVJdhiWii 1.4 2

11 rtomisticJsimulationJofJcarbohydrateWproteinJcomplexJformationkJyeveinWcbJdomainXJScientifici
ReportsVJ2019VJiVJahiah 4.9 2

10 MolecularJsasisJforJtheJsiosynthesisJofJαligoWJandJβolysaccharidesJ2008VJbbfeWbcbc 1

9
vliminationJofJisocyanateJandJisothiocyanateJmoleculesJatJtheJelectrosprayJionizationJionJtrapVJ
electrosprayJionizationJquadrupoleJtimeWofWflightJandJmatrixWassistedJlaserJdesorption[ionizationJ
timeWofWflightJtandemJmassJspectrometryJfragmentationJofJsodiumJcationizedJbrassitinVJbrassininJ
andJtheirJglycosidesXJEuropeaniJournaliofiMassiSpectrometryVJ2007VJacVJadgWed

1.1 1

8 MolecularJαrbitalJznvestigationsJonJ−igninJModelJtompoundsXJXXzXJSolventJvffectJonJtheJStabilityJofJ
˛†WrrylJvtherJandJsenzylJrrylJvtherJuimericJUnitsJofJ−igninXJHolzforschungVJ1987VJdaVJcgaWcgg 2 1

7 MassJspectrometryJofJtheJpositionallyJisomericVJmonobenzylJethersJofJmethylJglycopyranosidesXJ
CarbohydrateiResearchVJ1983VJaaiVJacWbd 2.9 1

(1983-2016)
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6 rcidWcatalyzedJhydrolysisJofJbWmethoxypropenalXJCarbohydrateiResearchVJ1983VJaaeVJheWid 2.9 1

5 tatalyticJMechanismJofJβrocessiveJxlfTbkJTransitionJβathJSamplingJznvestigationJofJSubstrateJ
TranslocationXJACSiOmegaVJ2020VJeVJbacgdWbachd 3.9 1

4 xlycosyltransferasesJasJtargetsJforJtherapeuticJinterventionJinJcancerJandJinflammationkJmolecularJ
modelingJinsightsXJChemicaliPapersVJ2022VJgfVJaiec 1.9 0

3 TheJcatalyticJreactionJmechanismJofJtyrosylproteinJsulfotransferaseWaXJPhysicaliChemistryiChemicali
PhysicsVJ2021VJbcVJbche]Wbchf] 3.6 0

2 Structureâ��rctivityJRelationshipsJofJxlycogenJβhosphorylaseJznhibitorJwRbehi]]JandJztsJrnalogueskJ
rJtombinedJSyntheticVJvnzymeJ—ineticsVJandJtomputationalJStudyXJChemPlusChemVJ2014VJgiVJaecfWaecf2.8

1 vlucidationJofJtheJruWSJbondJinJaJpassivatedJgoldJclusterJthroughJdensityJfunctionalJtheoryJ
calculationsJRabstractJonlySXJJournaliofiPhysicsiCondensediMatterVJ2008VJb]VJ]fdbad 1.8
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