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descriptionsHofHnonbondedHinteractionsVHJournalgofgChemicalgInformationgandgModelingTH2009THbgTHgbbUcc 6.1 146

172 øolubilityHchallengehHcanHyouHpredictHsolubilitiesHofHa]HmoleculesHusingHaHdatabaseHofH[YYHreliableH
measurementsmVHJournalgofgChemicalgInformationgandgModelingTH2008THbfTH[]fgUaYa 6.1 142

171 {echanisticHinsightsHintoHtheHpw}–zUderivedHphosphoricHacidUcatalyzedHasymmetricHallylborationHofH
aldehydesVHJournalgofgthegAmericangChemicalgSocietyTH2012TH[abTH]e[dU]] 16.4 139

170 oHmodelHforHtheHenantioselectivityHofHimineHreactionsHcatalyzedHbyHpw}–zUphosphoricHacidHcatalystsVH
JournalgofgOrganicgChemistryTH2011THedTH[eecUff 4.2 133

169 refiningHmolecularHinitiatingHeventsHinHtheHadverseHoutcomeHpathwayHframeworkHforHriskH
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166 riclofenacHsolubilityhHindependentHdeterminationHofHtheHintrinsicHsolubilityHofHthreeHcrystalHformsVH
JournalgofgMedicinalgChemistryTH2007THcYTHgegUfa 8.3 96

165 øiteUspecificHexaminationHofHsecondaryHstructureHandHorientationHdeterminationHinHmembraneH
proteinshHtheHpeptidicHP[aQqkP[fQ–HgroupHasHaHnovelHinfraredHprobeVHBiopolymersTH2001THcgTHagdUbY[ 2.2 96

164
rt−HstudyHonHtheHfactorsHdeterminingHtheHenantioselectivityHofHtriedelUqraftsHreactionsHofHindoleH
withH}UacylHandH}UtosyliminesHcatalyzedHbyHpw}–zUphosphoricHacidHderivativesVHJournalgofgOrganicg
ChemistryTH2010THecTHcfgUge

4.2 95

163 {echanismHofHpw}–zUUphosphoricHacidUcatalyzedHstreckerHreactionHofHbenzylHiminesVHJournalgofgtheg
AmericangChemicalgSocietyTH2009TH[a[THbYeYUe 16.4 94

162 tindingsHofHtheHchallengeHtoHpredictHaqueousHsolubilityVHJournalgofgChemicalgInformationgandg
ModelingTH2009THbgTH[Uc 6.1 91

161 PredictingHintrinsicHaqueousHsolubilityHbyHaHthermodynamicHcycleVHMoleculargPharmaceuticsTH2008THcTH]ddUeg5.6 91

160 oldolHreactionsHofHmethylketonesHusingHchiralHboronHreagentshHoHreversalHinHaldehydeHenantiofaceH
selectivityVHTetrahedrongLettersTH1989THaYTHggeU[YYY 2 91

159 snzymeHcatalysisHbyHhydrogenHbondshHtheHbalanceHbetweenHtransitionHstateHbindingHandHsubstrateH
bindingHinHoxyanionHholesVHJournalgofgOrganicgChemistryTH2010THecTH[fa[UbY 4.2 86

158 UnderstandingHtheHmechanismHofHtheHasymmetricHpropargylationHofHaldehydesHpromotedHbyH
[T[OUbiU]UnaphtholUderivedHcatalystsVHJournalgofgthegAmericangChemicalgSocietyTH2013TH[acTHd[b]Uf 16.4 81

157 øtereostructureHassignmentHofHflexibleHfiveUmemberedHringsHbyHuwo–H[aqH}{éHcalculationshH
predictionHofHtheHstereochemistryHofHelatenyneVHJournalgofgOrganicgChemistryTH2008THeaTHbYcaUd] 4.2 75

156 resignTHsynthesisTHandHevaluationHofHinhibitorsHofHtrypanosomalHandHleishmanialHdihydrofolateH
reductaseVHJournalgofgMedicinalgChemistryTH1999THb]THbaYYU[] 8.3 75

155 rynamicHcombinatorialHdiscoveryHofHaH[]]UcatenaneHandHitsHguestUinducedHconversionHintoHaH
molecularHsquareHhostVHJournalgofgthegAmericangChemicalgSocietyTH2008TH[aYTH[YfabUc 16.4 70

154 −heHeffectHofHhaemHinHredHandHprocessedHmeatHonHtheHendogenousHformationHofH}UnitrosoH
compoundsHinHtheHupperHgastrointestinalHtractVHCarcinogenesisTH2007TH]fTHdfcUgY 4.6 66

153 UnderstandingHtheHoriginsHofHremoteHasymmetricHinductionHinHtheHboronHaldolHreactionsHofH
betaUalkoxyHmethylHketonesVHOrganicgLettersTH2006THfTHb]ggUaY] 6.2 65
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151 [TcUantiHstereocontrolHinHtheHboronUmediatedHaldolHreactionsHofHbetaUalkoxyHmethylHketoneshHtheH
roleHofHtheHformylHhydrogenHbondVHJournalgofgOrganicgChemistryTH2008THeaTH[]caUda 4.2 60

150 −ransitionUstateHmodelingHofHtheHaldolHreactionHofHboronHenolateshHaHforceHfieldHapproachVHJournalgofg
OrganicgChemistryTH1990THccTHacedUacf[ 4.2 59
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148 −heHmostHreactiveHamideHasHaHtransitionUstateHmimicHforHcisUtransHinterconversionVHJournalgofgtheg
AmericangChemicalgSocietyTH2015TH[aeTHg]dUaY 16.4 56
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uoldilocksHqatalystshHqomputationalHwnsightsHintoHtheHéoleHofHtheHaTaOHøubstituentsHonHtheH
øelectivityHofHpw}–zUrerivedHPhosphoricHocidHqatalystsVHJournalgofgthegAmericangChemicalgSocietyTH
2016TH[afTHeg[YUe

16.4 54

146 osymmetricHconjugateHadditionHofHalkynylboronatesHtoHenoneshHrationaleHforHtheHintriguingHcatalysisH
exertedHbyHbinaphtholsVHJournalgofgthegAmericangChemicalgSocietyTH2006TH[]fTHa[[dUe 16.4 53

145 rPbUowHautomatedH}{éHdataHanalysishHstraightHfromHspectrometerHtoHstructureVHChemicalgScienceTH
2020TH[[THbac[Ubacg 9.4 51

144 −oHswitchHorHnotHtoHswitchhHtheHeffectsHofHpotassiumHandHsodiumHionsHonHalphaUpolyUzUglutamateH
conformationsHinHaqueousHsolutionsVHJournalgofgthegAmericangChemicalgSocietyTH2009TH[a[TH[YfcbUd 16.4 50
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142 oHhighlyHenantioselectiveHoneUpotHsulfurHylideHepoxidationHreactionVHTetrahedrongLettersTH2002THbaTHcb]eUcbaY2 49

141 −heoreticalHstudyHofHtheHasymmetricHconjugateHalkenylationHofHenonesHcatalyzedHbyHbinaphtholsVH
JournalgofgOrganicgChemistryTH2008THeaTHcYefUfg 4.2 48
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139 {echanisticHinsightsHintoHaHpw}–zUderivedHphosphoricHacidUcatalyzedHasymmetricHPictetUøpenglerH
reactionVHJournalgofgOrganicgChemistryTH2015THfYTH]dabUbY 4.2 47

138 qomputerHøoftwareHéeviewhHéeaxysVHJournalgofgChemicalgInformationgandgModelingTH2009THbgTH]fgeU]fgf 6.1 47

137 ueneticHolgorithmsHinHqonformationalHonalysisVHJournalgofgChemicalgInformationgandgComputerg
SciencesTH1998THafTHa[eUa]Y 47

136 é–pwohHaHreactionHpredictionHprogramVHOrganicgLettersTH2005THeTHacb[Ub 6.2 46

135 øelfUassemblyHofHtrehaloseHmoleculesHonHaHlysozymeHsurfacehHtheHbrokenHglassHhypothesisVHPhysicalg
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134 roublingHtheHpowerHofHrPbHforHcomputationalHstructureHelucidationVHOrganicgandgBiomolecularg
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130 wntramolecularHgeneralHacidHcatalysisHofHphosphateHtransferVHnucleophilicHattackHbyHoxyanionsHonHtheH
P–aH]UHgroupVHJournalgofgthegAmericangChemicalgSocietyTH2005TH[]eTHeYaaUbY 16.4 41

129 }ovelHinhibitorsHofHzeishmanialHdihydrofolateHreductaseVHBioorganicgandgMedicinalgChemistrygLettersTH
2001TH[[THgeeUfY 2.9 41
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−heHrationalHdesignHofHhighlyHstereoselectiveHboronHenolatesHusingHtransitionUstateHcomputerH
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127 −heoreticalHstudyHonHtheHselectivityHofHasymmetricHsulfurHylideHepoxidationHreactionVHOrganicgLetters
TH2004THdTH]ccgUd] 6.2 38

126 –riginsHofHstereoselectivityHinHchiralHboronHenolateHaldolHreactionshHoHcomputationalHstudyHusingH
transitionHstateHmodellingsVHTetrahedronTH1991THbeTHabe[Uabfb 2.4 38

125 {echanisticHinsightsHintoHtheHcatalyticHasymmetricHallylborationHofHketoneshHprˆ‚nstedHorHzewisHacidH
activationmVHOrganicgLettersTH2009TH[[THaeUbY 6.2 37

124 oHnewHmethodHforHtheHreproducibleHgenerationHofHpolymorphshHtwoHformsHofHsulindacHwithHveryH
differentHsolubilitiesVHJournalgofgAppliedgCrystallographyTH2007THbYTHaegUaf[ 3.8 35

123 ·éqhHaHrapidHmethodHforHconnectingHtransitionHstructuresHtoHreactantsHinHtheHcomputationalHanalysisH
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−heoreticalHevaluationHofHtheHoriginHofHtheHregioUHandHstereoselectivityHinHtheHrielsUolderHreactionsH
ofHdialkylvinylboraneshHstudiesHonHtheHreactionsHofHvinylboraneTHdimethylvinylboraneTHandH
vinylUgUpp}HwithHtransUpiperyleneHandHisopreneVHJournalgofgthegAmericangChemicalgSocietyTH2001TH
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121 øynthesisHandHpostUassemblyHmodificationHofHsomeHfunctionalisedTHneutralHˇ�UassociatedH
[]]catenanesVHNewgJournalgofgChemistryTH1999TH]aTHfgeUgYa 3.6 35

120 –riginsHofHˇ�UfaceHselectivityHinHtheHaldolHreactionsHofHchiralHsUenolHborinateshHaHcomputationalHstudyH
usingHtransitionHstateHmodellingVVHTetrahedronTH1993THbgTHdfcUdgd 2.4 35

119 oHvistoryHofHtheH{olecularHwnitiatingHsventVHChemicalgResearchgingToxicologyTH2016TH]gTH]YdYU]YeY 4 34

118 øolventHeffectsHandHhydrationHofHaHtripeptideHinHsodiumHhalideHaqueousHsolutionshHanHinHsilicoHstudyVH
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117 wnteractiveHanalysisHofHselectivityHinHkineticHresolutionsVHTetrahedrongLettersTH1999THbYTHfe[cUfe[f 2 33

116
−heoreticalHstudiesHofHaldolHstereoselectivityhHtheHdevelopmentHofHaHforceHfieldHmodelHforHenolH
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4.2 33

115 sxpandingHrPbhHapplicationHtoHdrugHcompoundsHandHautomationVHOrganicgandgBiomolecularg
ChemistryTH2016TH[bTHagbaUg 3.9 30

114 vydrogenUbondHstabilizationHinHoxyanionHholeshHgrandHjetˆ'HtoHthreeHdimensionsVHOrganicgandg
BiomoleculargChemistryTH2012TH[YTH[gYcU[a 3.9 29

113 –rganocatalyticHdominoHreactionHofHcyanosulfoneshHaccessHtoHcomplexHcyclohexaneHsystemsHwithH
quaternaryHcarbonHcentersVHOrganicgLettersTH2013TH[cTH[afdUg 6.2 28
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112 osymmetricHboronateHadditionHtoHoUquinoneHmethideshHligandHexchangeTHsolventHeffectsTHandHzewisH
acidHcatalysisVHJournalgofgOrganicgChemistryTH2015THfYTH]YcdUd[ 4.2 28

111 snantioselectivityHinHtheHboronHaldolHreactionsHofHmethylHketonesVHChemicalgCommunicationsTH2007TH][]bUd5.8 28

110 −heHé–pwoHprogramHforHpredictingHorganicHreactivityVHJournalgofgChemicalgInformationgandgModelingTH
2006THbdTHdYdU[b 6.1 28

109 oHconfigurationalHmodelHforHsiphonariidHpolypropionatesHderivedHfromHstructuralHandHbiosyntheticH
considerationsVHTetrahedrongLettersTH1994THacTHdg]gUdga] 2 28

108 −heHoptimalHrt−HapproachHinHrPbH}{éHstructureHanalysisHUHpushingHtheHlimitsHofHrelativeH
configurationHelucidationVHOrganicgandgBiomoleculargChemistryTH2019TH[eTHcffdUcfgY 3.9 27

107
{echanismHofHaminationHofH˛†UketoHestersHbyHazadicarboxylatesHcatalyzedHbyHanHaxiallyHchiralH
guanidinehHacyclicHketoHestersHreactHthroughHanHsHenolateVHJournalgofgthegAmericangChemicalgSocietyTH
2012TH[abTH[dfdgUed

16.4 27

106 βhatHisHtheHsmallestHsaturatedHacyclicHalkaneHthatHcannotHbeHmademVHJournalgofgChemicalgInformationg
andgModelingTH2005THbcTHf[Ue 6.1 27

105 wnvestigationHofHconjugateHadditionWintramolecularHnitroneHdipolarHcycloadditionsHandHtheirHuseHinH
theHsynthesisHofHdendrobatidHalkaloidHprecursorsVHOrganicgandgBiomoleculargChemistryTH2004TH]TH[]cfUdc 3.9 27

104 øomeHcalculationsHforHorganicHchemistshHboilingHpointHvariationTHpoltzmannHfactorsHandHtheHsyringH
equationVHTetrahedrongLettersTH2000THb[THgfegUgff] 2 27

103 øelectionHofHtheHcisHandHtransHphosphPwwwQazaneHmacrocyclesH[{PPmuU}tpuQ}]P[UYU]U}vUqdvbQ]]PYk–TH
øQVHDaltongTransactionsTH2005TH[edbUea 4.3 26

102 oHrt−HstudyHonHtheHregioselectivityHofHtheHreactionHofHdichloropropynylboraneHwithHisopreneVH
JournalgofgOrganicgChemistryTH2003THdfTHbYcgUdd 4.2 26

101 snolisationHofHketonesHbyHdialkylboronHchloridesHandHtrifiateshHoHmodelHforHtheHeffectHofHreagentH
leavingHgroupHsubstrateHstructureHandHamineHbaseVVHTetrahedrongLettersTH1992THaaTHe]]aUe]]d 2 26

100 −heHeffectHofHsodiumHchlorideHonHpolyUlUglutamateHconformationVHChemicalgCommunicationsTH2009THfgdUf 5.8 25

99 xoiningHtheHcrownHfamilyiHtheHtetramericTH–UbridgedHmacrocycleH[{PPmicroU}PtQpuQ}]PmicroU–Q]bVH
DaltongTransactionsTH2009TH[]gaUd 4.3 25

98 −owardHtheHstereochemicalHassignmentHandHsynthesisHofHhemicalidehHrPbfHuwo–U}{éHanalysisHandH
synthesisHofHaHreassignedHq[dUq]fHsubunitVHChemicalgCommunicationsTH2016THc]THbda]Uc 5.8 24

97 }itroneHcyclisationshHtheHdevelopmentHofHaHsemiUquantitativeHmodelHfromHabHinitioHcalculationsVH
TetrahedronTH2002THcfTHaddeUade[ 2.4 24

96
–riginsHofHstereoselectivityHinHtheHadditionHofHchiralHallylUHandHcrotylboranesHtoHaldehydeshHtheH
developmentHandHapplicationHofHaHforceHfieldHmodelHofHtheHtransitionHstateVHJournalgofgOrganicg
ChemistryTH1993THcfTH[e[[U[e[f

4.2 24

95 qoncomitantHvydrateHPolymorphismHinHtheHPrecipitationHofHøparfloxacinHfromHoqueousHøolutionVH
CrystalgGrowthgandgDesignTH2008THfTH[[bU[[f 3.5 23
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94 øulfoniumHylideHepoxidationHreactionshHmethyleneHtransferVHChemicalgCommunicationsTH2004TH[YedUe 5.8 23

93 øevenU{emberedHzactamsHasHqonstraintsHforHomideHøelfUéecognitionVHJournalgofgthegAmericang
ChemicalgSocietyTH1995TH[[eTHgedfUgedg 16.4 23

92 zewisHacidHcatalysisHandHligandHexchangeHinHtheHasymmetricHbinaphtholUcatalyzedHpropargylationHofH
ketonesVHJournalgofgOrganicgChemistryTH2013THefTHfegdUfY[ 4.2 22

91 {olecularHorbitalHcalculationsHonHé[é]qm–´•v]ptHcomplexeshHonomericHstabilisationHandH
conformationalHpreferencesVVHTetrahedrongLettersTH1992THaaTHe][gUe]]] 2 21

90 rielsUolderHreactionsHofHvinylboraneshHoHcomputationalHstudyHonHtheHboronHsubstituentHeffectsVH
ArkivocTH2003TH]YYaTHccdUcdc 0.9 21

89 UsingH]rHøtructuralHolertsHtoHrefineHqhemicalHqategoriesHforH{olecularHwnitiatingHsventsVH
ToxicologicalgSciencesTH2018TH[dcTH][aU]]a 4.4 20

88 −heHformationHofHhighUpurityHisocyanurateHthroughHproazaphosphatraneUcatalysedHisocyanateH
cycloUtrimerisationhHcomputationalHinsightsVHOrganicgandgBiomoleculargChemistryTH2013TH[[THgYUe 3.9 20

87 βhatHisHtheHmechanismHofHamineHconjugateHadditionsHtoHpyrazoleHcrotonateHcatalyzedHbyHthioureaH
catalystsmVHOrganicgandgBiomoleculargChemistryTH2009THeTHbfaUe 3.9 20

86 −heHstereochemicalHassignmentHofHacyclicHpolyolshHaHcomputationalHstudyHofHtheH}{éHdataHofHaH
libraryHofHstereopentadHsequencesHfromHpolyketideHnaturalHproductsVHTetrahedronTH2010THddTHdbaeUdbbb 2.4 20

85 qonformationalHpreferencesHofHé[é]q–´•v]ptHcomplexesVHChemicalgCommunicationsTH1997TH]afaU]afb 5.8 20

84 oHtheoreticalHstudyHofHtheHreactionHofHalkynylboranesHwithHbutadienehHcompetitionHbetweenH
cycloadditionHandHalkynylborationVHJournalgofgOrganicgChemistryTH2002THdeTHf]YaUg 4.2 20

83 wnternationalHchemicalHidentifierHforHreactionsHPéwnqhwQVHJournalgofgCheminformaticsTH2018TH[YTH]] 8.6 19

82 øtructureUactivityHstudiesHofHtheHpelorusideshHnewHcongenersHandHsemiUsyntheticHanaloguesVHOrganicg
andgBiomoleculargChemistryTH2011THgTHbbcdUdd 3.9 19

81 qhemicalHdocumentshHmachineHunderstandingHandHautomatedHinformationHextractionVHOrganicgandg
BiomoleculargChemistryTH2004TH]THa]gbUaYY 3.9 19

80 oHsynthesisUenabledHrelativeHstereochemicalHassignmentHofHtheHq[Uq]fHregionHofHhemicalideVH
ChemicalgCommunicationsTH2018THcbTHa]beUa]cY 5.8 17

79 wnternationalHchemicalHidentifierHforHreactionsHPéwnqhwQVHJournalgofgCheminformaticsTH2013THcTHbc 8.6 17

78
oHqomputationalHandHsxperimentalHwnvestigationHofHtheH–riginHofHøelectivityHinHtheHqhiralH
PhosphoricHocidHqatalyzedHsnantioselectiveH{inisciHéeactionVHJournalgofgthegAmericangChemicalg
SocietyTH2020TH[b]TH][Yg[U][[Y[

16.4 17

77 éapidHéouteUtindingHforHpifurcatingH–rganicHéeactionsVHJournalgofgthegAmericangChemicalgSocietyTH
2020TH[b]THg][YUg][g 16.4 16
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76 paseUmediatedHcascadeHrearrangementsHofHarylUsubstitutedHdiallylHethersVHJournalgofgOrganicg
ChemistryTH2015THfYTH[be]Ugf 4.2 16

75 øyntheticHstudiesHonHsiphonariidHpolypropionateshHsynthesisHandHisomerizationHofHtheHcaloundrinHpH
trioxaadamantaneHringHsystemVHOrganicgLettersTH2009TH[[TH[aeaUd 6.2 16

74 {{]HforceHfieldHparametersHforHcompoundsHcontainingHtheHdiazoketoneHfunctionVHJournalgofgtheg
ChemicalgSocietygPerkingTransactionsgIITH1994TH[Yg 16

73 wnHsilicoHinspiredHtotalHsynthesisHofHPUQUdolabriferolVHAngewandtegChemiegugInternationalgEditionTH2012TH
c[THbdgcUe 16.4 15

72
øyntheticHandHcomputationalHstudiesHonHtheHtricarboxylateHcoreHofHdTeUdideoxysqualestatinHvcH
involvingHaHcarbonylHylideHcycloadditionUrearrangementVHOrganicgandgBiomoleculargChemistryTH2010TH
fTHagecUfb

3.9 15

71 qomputerUassistedHdesignHofHchiralHboronHenolateshH−heHroleHofHateHcomplexesHinHdeterminingHaldolH
stereoselectivityVVHTetrahedronTH1994THcYTH[]]eU[]b] 2.4 15

70 sxperimentalHdataHcheckerhHbetterHinformationHforHorganicHchemistsVHOrganicgandgBiomolecularg
ChemistryTH2004TH]THaYdeUeY 3.9 14

69 oziridiniumHringHopeninghHaHsimpleHionicHreactionHpathwayHwithHsequentialHtransitionHstatesVH
TetrahedrongLettersTH2005THbdTH]YdeU]Ydg 2 14

68 uasHphaseHversusHsolutionHchemistryhHonHtheHreversalHofHregiochemistryHofHmethylationHofHsp]UHandH
spaUnitrogensVHTetrahedrongLettersTH2001THb]THdgbgUdgc] 2 14

67 qo−{oøhHqollaborativeHocuteH−oxicityH{odelingHøuiteVHEnvironmentalgHealthgPerspectivesTH2021TH
[]gTHbeY[a 8.4 14

66 {achineHzearningHinHPredictiveH−oxicologyhHéecentHopplicationsHandHtutureHrirectionsHforH
qlassificationH{odelsVHChemicalgResearchgingToxicologyTH2021THabTH][eU]ag 4 14

65 øynergismHofHanisotropicHandHcomputationalH}{éHmethodsHrevealsHtheHlikelyHconfigurationHofH
phormidolideHoVHChemicalgCommunicationsTH2020THcdTHecdcUecdf 5.8 13

64 øtructuralTHsolidUstateH}{éHandHtheoreticalHstudiesHofHtheHinverseUcoordinationHofHlithiumHchlorideH
usingHgroupH[aHphosphideHhostsVHChemistrygugAgEuropeangJournalTH2007TH[aTH[]c[UdY 4.8 13

63 omodiaquiniumHdichlorideHdihydrateHfromHlaboratoryHpowderHdiffractionHdataVHActag
CrystallographicagSectiongE:gStructuregReportsgOnlineTH2006THd]THob[gdUob[gg 13

62 qontrollingHneighbouringHgroupHparticipationHfromHthioacetalsVHTetrahedrongLettersTH2003THbbTH]fb[U]fbb2 13

61 [TaUripolarHcycloadditionHofHnitronesHwithHphenylvinylHsulfoneVHonHexperimentalHandHtheoreticalH
studyVHTetrahedron:gAsymmetryTH2012TH]aTHedUfc 12

60
−ransferHhydrogenationHofHorthoUhydroxybenzophenoneHketiminesHcatalysedHbyHpw}–zUderivedH
phosphoricHacidHoccursHbyHaH[bUmemberedHbifunctionalHtransitionHstructureVHOrganicgandg
BiomoleculargChemistryTH2017TH[cTHdgbaUdgbe

3.9 12

59 øtudiesHonHtheHformationHofHaHtricyclicHq]UsymmetricHsulfideVHTetrahedrongLettersTH2001THb]THeYg[UeYga 2 12
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58 UsingH{olecularHwnitiatingHsventsH−oHuenerateH]rHøtructureUoctivityHéelationshipsHforH−oxicityH
øcreeningVHChemicalgResearchgingToxicologyTH2016TH]gTH[d[[U[d]e 4 12

57 UsingH−ransitionHøtateH{odelingH−oHPredictH{utagenicityHforH{ichaelHocceptorsVHJournalgofgChemicalg
InformationgandgModelingTH2018THcfTH[]ddU[]e[ 6.1 12

56 qonformationalHchangesHofHtrialanineHinHsodiumHhalideHsolutionshHonHinHsilicoHstudyVHJournalgofg
MoleculargLiquidsTH2009TH[beTH[[eU[]a 6 11

55 sxplorationHofHtheHaccessibleHchemicalHspaceHofHacyclicHalkanesVHJournalgofgChemicalgInformationgandg
ModelingTH2007THbeTH][]bUa] 6.1 11

54 −heHstereochemistryHofHglabrescolVHTetrahedrongLettersTH2001THb]THebeeUebeg 2 11

53 revelopingHaHforceHfieldHforHtheHtransitionHstateHofHtheHaldolHreactionHofHenolborinateshHsvaluationH
ofHtheHuseHofHfixedHpointHchargesVVHTetrahedronTH1992THbfTHb[faUb[g] 2.4 11

52 }euralHnetworkHactivationHsimilarityhHaHnewHmeasureHtoHassistHdecisionHmakingHinHchemicalH
toxicologyVHChemicalgScienceTH2020TH[[THeaacUeabf 9.4 10

51 ProlineUcatalyzedHaldolHreactionsHofHcyclicHdiketoneshHfluorineHmodifiesHpathwaysHasHwellHasH
transitionHstatesVHTetrahedronTH2010THddTHfY][UfY]f 2.4 10

50 øtereochemicalHelucidationHofHtheH[TbHpolyketideHamphidinoketideHwVHChemicalgCommunicationsTH
2003TH]d[dUe 5.8 10

49 {echanisticHinsightsHfromHabHinitioHcalculationsHonHaHnitrogenHanalogueHofHtheHboronUmediatedHaldolH
reactionVHTetrahedronTH1995THc[THbfcaUbfdd 2.4 10

48 oHforceHfieldHmodelHforHboronHenolatesVHTetrahedrongLettersTH1987TH]fTHc]YgUc][] 2 10

47 øtructuralHolertsHandHéandomHtorestH{odelsHinHaHqonsensusHopproachHforHéeceptorHpindingH
{olecularHwnitiatingHsventsVHChemicalgResearchgingToxicologyTH2020THaaTHaffUbY[ 4 10

46 −heHregioselectiveHphotochemicalHrearrangementHofHalphaU[P}PtQpu]PbQVHChemicalgCommunicationsTH
2009THddaeUg 5.8 9

45 oHpromisingHenantioselectiveHrielsUolderHdienophileHbyHcomputerUassistedHrationalHdesignhH
]TcUdiphenylU[UvinylUborolaneVHJournalgofgComputeruAidedgMoleculargDesignTH2004TH[fTH]YgU[b 4.2 9

44 –nHtheHconfigurationHandHconformationHofHoxyallylsHinHmediumHandHlargeHringsVHTetrahedrongLettersTH
1995THadTHeeceUeedY 2 9

43 zigandHatomHpartialHchargesHassignmentHforHcomplementaryHelectrostaticHpotentialsVHJournalgofg
ComputeruAidedgMoleculargDesignTH1992THdTHbd[Ueb 4.2 9

42 ·uantitativeHPredictionsHforH{olecularHwnitiatingHsventsHUsingH−hreeUrimensionalH·uantitativeH
øtructureUoctivityHéelationshipsVHChemicalgResearchgingToxicologyTH2020THaaTHa]bUaa] 4 9

41 uuestHpindingHviaH}Uvmmmˇ�HpondingHandHyineticHsntrapmentHbyHanHwnorganicH{acrocycleVH
AngewandtegChemiegugInternationalgEditionTH2019THcfTH[YdccU[Ydcg 16.4 8

(2019-2016)
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40 snantiopureH]UsubstitutedHglyceraldehydeHderivativesHbyHazaUqlaisenHrearrangementHorHqUalkylationH
ofHenaminesVHOrganicgLettersTH2008TH[YTHbcaeUbY 6.2 7

39 onHsxperimentalHandH−heoreticalHøtudyHofHaHpicyclicHocetalHsquilibriumVHOrganicgLettersTH1999TH[THbeaUbed6.2 7

38 oHrouteHtoHenantiomericallyHpureHcUP]mUhydroxyethylQcyclopentU]UenU[UolHandHitsHabsoluteH
configurationHbyH{osherHestersVHTetrahedron:gAsymmetryTH2009TH]YTHbbgUbcd 6

37 qomputerUassistedHdesignHofHasymmetricH[TaUdipolarHcycloadditionsHbetweenHdimethylvinylboraneH
andHchiralHnitronesVHTetrahedronTH2005THd[TH[YffdU[Yfga 2.4 6

36 øtereocontrolHinHaHoneUpotHprocedureHforHanionicHoxyUqopeHrearrangementHfollowedHbyH
intramolecularHaldolHreactionVHJournalgofgthegChemicalgSocietytgPerkingTransactionsgyTH2001TH[Yc[U[Yd[ 6

35 oHpossibleHextensionHtoHtheHéwnqhwHasHaHmeansHofHprovidingHmachineHreadableHprocessHdataVHJournalg
ofgCheminformaticsTH2017THgTH]a 8.6 5

34 uuestHpindingHviaH}â��vmmmˇ�HpondingHandHyineticHsntrapmentHbyHanHwnorganicH{acrocycleVH
AngewandtegChemieTH2019TH[a[TH[YedcU[Yedg 3.6 5

33 qomputationalHassessmentHofHsyntheticHproceduresVHJournalgofgComputeruAidedgMoleculargDesignTH
2007TH][THac[Ue 4.2 5

32 øiteUspecificHexaminationHofHsecondaryHstructureHandHorientationHdeterminationHinHmembraneH
proteinshH−heHpeptidicH[aqm[f–HgroupHasHaHnovelHinfraredHprobeH2001THcgTHagd 5

31 pw}–PtimalhHaHwebHtoolHforHoptimalHchiralHphosphoricHacidHcatalystHselectionVHChemicalg
CommunicationsTH2019THccTH[eefU[ef[ 5.8 4

30 éeversalHofHfacialHselectivityHinHaHthiaUqlaisenHrearrangementHbyHincorporationHofHaHvinylicHbromineH
substituentVHOrganicgandgBiomoleculargChemistryTH2013TH[[THecaYUg 3.9 4

29 wnqhwHversionH[VYdhHnowHmoreHthanHggVggMHreliableVHJournalgofgCheminformaticsTH2021TH[aTHbY 8.6 4

28 qonfidenceHinHwnactiveHandHoctiveHPredictionsHfromHøtructuralHolertsVHChemicalgResearchging
ToxicologyTH2020THaaTHaY[YUaY]] 4 3

27 PQUøelectiveH−akaiHolefinationHofHsalicylaldehydesVHBeilsteingJournalgofgOrganicgChemistryTH2017TH[aTHa]aUa]f2.5 3

26 rialUaUmoleculeHworkshophHcomputationalHpredictionHofHreactionHoutcomesHandHoptimumHsyntheticH
routesVHChemistrygCentralgJournalTH2015THgTH 3

25 oHtricycloheptaneHproductHinHcationicHrearrangementsVHOrganicgandgBiomoleculargChemistryTH2003TH[THaceYU[3.9 3

24 qomputationalHevaluationHofHasymmetricHrielsâ��olderHreactionsHofHvinylboranesHwithHchiralHdienesVH
TetrahedrongLettersTH2005THbdTH]bd[U]bdb 2 3

23 øtereoselectiveHøynthesisHofH[UvydroxymethylUbUphenylsulfonylbutadienesVHSynlettTH1998TH[ggfTH[ad[U[ada2.2 3
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22 {ediumHringHlactamsHinHmolecularHrecognitionVHMaterialsgSciencegandgEngineeringgCTH1996THbTHcgUd] 8.3 3

21 wnHøilicoHuuidanceHforHwnHαitroHondrogenHandHulucocorticoidHéeceptorH−oxqastHossaysVHEnvironmentalg
Sciencegnamp;gTechnologyTH2020THcbTHebd[UebeY 10.3 2

20 qhargeUassistedHphosphPvQazaneHanionHreceptorsVHDaltongTransactionsTH2020THbgTHabYaUabYe 4.3 2

19 éeactionHPredictionHandHøynthesisHresignH2018THfdU[Yc 2

18 øynthesisHofH]TaU–UbenzylUriboseHandHxyloseHandHtheirHequilibrationVHTetrahedron:gAsymmetryTH2014TH
]cTH[b]bU[b]g 2

17 wnHøilicoHwnspiredH−otalHøynthesisHofHPâ��QUrolabriferolVHAngewandtegChemieTH2012TH[]bTHbeeaUbeec 3.6 2

16 qhemistryHonHtheHworldUwideUwebhHaHtenHyearHexperimentVHOrganicgandgBiomoleculargChemistryTH2004
TH]THa]]]Uc 3.9 2

15 vowHroHopproximationsHoffectHtheHøolutionsHtoHyineticHsquationsmVHJournalgofgChemicalgEducationTH
1999THedTH]ec 2.4 2

14 αéowUselectivityhHcalculationHofHselectivityHbeyondHtransitionHstateHtheoryVHOrganicgandgBiomolecularg
ChemistryTH2021TH[gTHagbYUagbe 3.9 2

13 −heHrPcHprobabilityTHquantificationHandHvisualisationHofHstructuralHuncertaintyHinHsingleHmoleculesVVH
ChemicalgScienceTH2022TH[aTHacYeUac[f 9.4 2

12 øolventHsffectsHandHqonformationalHøtabilityHofHaH−ripeptideVHLecturegNotesgingComputergScienceTH
2006TH[b[U[bg 0.9 1

11 vowHoccurateHisHtheHøteadyHøtateHopproximationmVHJournalgofgChemicalgEducationTH2003THfYTHfag 2.4 1

10 øolutionsHforHchemistryhHsynthesisHofHexperimentHandHcalculationVHPhilosophicalgTransactionsgSeriesgAtg
MathematicaltgPhysicaltgandgEngineeringgSciencesTH2000THacfTHafeUagf 3 1

9 −heHcaseHforHcontentHintegrityHinHelectronicHchemistryHjournalshH−heHqzwqHprojectVHNewgReviewgofg
InformationgNetworkingTH1995TH[THd[Udg 0.5 1

8 U−riflylphosphoramideshHhighlyHacidicHcatalystsHforHasymmetricHtransformationsVHOrganicgandg
BiomoleculargChemistryTH2021TH[gTHgcdcUgd[f 3.9 1

7 éotavapHsimulationHandHtheHestimationHofHboilingHpointsVHChemicalgCommunicationsTH2003TH]dcbUc 5.8

6 –nHtheH}eedHforH{ultipleHzistsHofHqhemicalHwnformationVHMoleculesTH2000THcTHaaUad 4.8

5 sadfrithhHaHmolecularHrenderingHprogramHforHøiliconHuraphicsHworkstationsVHJournalgofgMolecularg
GraphicsTH1996TH[bTHcgUd[THg[

(1996-1996)
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4 slectrostaticHqomplementarityHinHProteinUøubstrateHwnteractionsHandHzigandHresignVHNATOgASIg
SeriesgSeriesgB:gPhysicsTH1994THaeaUafY

3 {olecularH{echanicshHProblemsHandHPotentialH1994THcaUff

2 {echanisticallyHdrivenHidentificationHofHnovelHstructuralHalertsHforHmitochondrialHtoxicityVH
ComputationalgToxicologyTH2021TH]YTH[YY[fa 3.1

1 −owardsH·uantifyingHtheHUncertaintyHinHwnHøilicoHPredictionsHusingHpayesianHzearningVH
ComputationalgToxicologyTH2022TH[YY]]f 3.1
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