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156  hotophysicalL ropertiesLofLtenzophenone[tasedLTsvxLwmittersLinLαelationLtoLTheirL•olecularL
Structure]]LJournalgofgPhysicalgChemistrygAYL2022YL 2.8 2

155 —riginsLofLtheLphotoinitiationLcapacityLofLaromaticLthiolsLasLphotoinitiatiorslLaLcomputationalLstudy]L
PhysicalgChemistrygChemicalgPhysicsYL2021YLdeYLdfeii[dfejg 3.6 0

154
Ss• ”iLblindLchallengelLquantum[mechanicalLpredictionLofLpartitionLcoefficientsLandLacidL
dissociationLconstantsLforLsmallLdrug[likeLmolecules]LJournalgofgComputervAidedgMoleculargDesignYL
2021YLegYLjfc[jgc

4.2 3

153 UsingLstomicLuhargesLtoLvescribeLtheLpLofLuarboxylicLscids]LJournalgofgChemicalgInformationgandg
ModelingYL2021YLhcYLdiee[dife 6.1 3

152 —xidativeLdecompositionLandLmineralizationLofLcaffeineLbyLadvancedLoxidationLprocesseslLTheL
effectLofLhybridization]LUltrasonicsgSonochemistryYL2021YLihYLcbgheg 8.9 1

151 ”ocalLvibrationalLmodeLanalysisLofLion[solventLandLsolvent[solventLinteractionsLforLhydratedLuaL
clusters]LJournalgofgChemicalgPhysicsYL2020YLcgeYLddfebe 3.9 5

150 SolventLwffectsLonLThiol[wneL“ineticsLandLαeactivityLofLuarbonLandLSulfurLαadicals]LJournalgofg
PhysicalgChemistrygAYL2020YLcdfYLdgjb[dgkb 2.8 12

149  yrolysisLofLslkaneslLsLuomputationalLspproach]LJournalgofgPhysicalgChemistrygAYL2020YLcdfYLgibb[gibj 2.8 1

148 uomputationalLStudyLofL hoto[oxidativeLvegradationL•echanismsLofLtoron[uontainingL
—ligothiophenes]LJournalgofgPhysicalgChemistrygAYL2020YLcdfYLcekb[cekj 2.8

147 sLblindLSs• ”hLchallengelLinsightLintoLtheLoctanol[waterLpartitionLcoefficientsLofLdrug[likeL
moleculesLviaLaLvxTLapproach]LJournalgofgComputervAidedgMoleculargDesignYL2020YLefYLfhe[fib 4.2 7

146 wlucidationLofLtheLatroposelectivityLinLtheLsynthesisLofLaxiallyLchiralLthiohydantoinLderivatives]L
OrganicgandgBiomoleculargChemistryYL2020YLcjYLddee[ddfc 3.9 2

145 tindingLofLself[etchingLmonomersLtoLhydroxyapatitelLsLcomputationalLapproach]LEuropeangPolymerg
JournalYL2020YLcddYLcbkeff 5.2 1

144 wlucidationLofLtheL•echanismLofLSilver[uatalyzedLInverseLwlectron[vemandLviels[slderLTIwvvsUL
αeactionLofLcYd[viazinesLandLSiloxyLslkynes]LChemCatChemYL2020YLcdYLehh[eid 5.2 2

143 wlectronicLStructureLofLstomicallyLvispersedLSupportedLIridiumLuatalystLuontrolsLIridiumL
sggregation]LACSgCatalysisYL2020YLcbYLcdegf[cdegj 13.1 5

142  hotophysicalYLkineticLandLthermodynamicLstudyLofLone[componentLTypeLIILthioxanthoneLaceticL
acidLphotoinitiators]LEuropeangPolymergJournalYL2020YLcehYLcbkkbk 5.2 12

141
zydroxylLradical[mediatedLdegradationLofLsalicylicLacidLandLmethylLparabenlLanLexperimentalLandL
computationalLapproachLtoLassessLtheLreactionLmechanisms]LEnvironmentalgSciencegandgPollutiong
ResearchYL2019YLdhYLeecdg[eecef

5.1 6

140 wxploringLtheL hotophysicsLofL olyfluorinatedL hthalocyanineLverivativesLasL otentialLTheranosticL
sgents]LJournalgofgPhysicalgChemistrygCYL2019YLcdeYLdffci[dffdg 3.8 14
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139 αoleLofLionicLliquidsLonLtheLselectivityLandLtheLrateLofLorganicLreactionslLsLcomputationalLapproach]L
JournalgofgMoleculargGraphicsgandgModellingYL2019YLjjYLebk[eci 2.8 0

138 —rganocatalystsLinLαing[—peningL olymerizationlLαevealingLTheirLwffectLonLStereochemistry]L
EuropeangPolymergJournalYL2019YLcdcYLcbkdkc 5.2 4

137 TheoreticalLinvestigationLofLthiol[eneLclickLreactionslLsLvxTLperspective]LEuropeangPolymergJournalYL
2019YLccbYLdcc[ddb 5.2 16

136 sctivityLofLTopotecanLtowardLtheLv–saTopoisomeraseLILuomplexlLsLTheoreticalLαationalization]L
BiochemistryYL2018YLgiYLcgfd[cggc 3.2 4

135 vesignLofLdonor[acceptorLcopolymersLforLorganicLphotovoltaicLmaterialslLaLcomputationalLstudy]L
PhysicalgChemistrygChemicalgPhysicsYL2018YLdbYLegjc[egkc 3.6 30

134 −uorum[sensingLinhibitorLpotentialLofLtrans[anetholeLaganistL seudomonasLaeruginosa]LJournalgofg
AppliedgMicrobiologyYL2018YLcdgYLiec[iek 4.7 12

133 sLvxTLapproachLtoLdiscriminateLtheLantagonistLandLpartialLagonistLactivityLofLligandsLbindingLtoLtheL
–•vsLreceptor]LMoleculargPhysicsYL2018YLcchYLede[eei 1.7 0

132 TheLefficientLcyclopolymerizationLofLsilyl[tetheredLstyrenicLdifunctionalLmonomers]LJournalgofg
PolymergSciencegPartgAYL2018YLghYLcgke[cgkk 2.5 4

131 InfluenceLofLodd[evenLeffectLandLintermolecularLinteractionsLinLdvLmolecularLlayersLofLbisamideL
organogelators]]LRSCgAdvancesYL2018YLjYLegckg[egdbf 3.7 3

130 αationalizingLtheLregioselectivityLofLcationicLring[openingLpolymerizationLofLbenzoxazines]L
EuropeangPolymergJournalYL2018YLcbgYLhc[hi 5.2 10

129 cYe[vipolarLuycloadditionLαeactionsLofL”ow[ValentLαhodiumLandLIridiumLuomplexesLwithLsrylnitrileL
–[—xides]LJournalgofgOrganicgChemistryYL2017YLjdYLgbkh[gcbc 4.2 5

128 sssessingLprotein[ligandLbindingLmodesLwithLcomputationalLtoolslLtheLcaseLofL vwft]LJournalgofg
ComputervAidedgMoleculargDesignYL2017YLecYLghe[gig 4.2 0

127 UnderstandingLtheLImpactLofLThiopheneaxuranLSubstitutionLonLIntrinsicLuharge[uarrierL•obility]L
JournalgofgPhysicalgChemistrygCYL2017YLcdcYLdghjd[dghkb 3.8 9

126 tismuthLnitrate[promotedLdisproportionativeLcondensationLofLindolesLwithLcyclohexanonelLaL
new[typeLazafulveniumLreactivityLofLindole]LNewgJournalgofgChemistryYL2017YLfcYLkhif[khji 3.6 5

125
zydroxylLradical[mediatedLdegradationLofLdiclofenacLrevisitedlLaLcomputationalLapproachLtoL
assessmentLofLreactionLmechanismsLandLby[products]LEnvironmentalgSciencegandgPollutiongResearchYL
2017YLdfYLcjfgj[cjfhk

5.1 17

124 •ultiscaleLmodelingLofLpolyTd[isopropyl[d[oxazolineULchainsLinLaqueousLsolution]LEuropeangPolymerg
JournalYL2017YLjjYLgkf[hbf 5.2 9

123 sssessingL—ne[LandLTwo[ hotonL—pticalL ropertiesLofLtoronLuontainingLsrenes]LJournalgofgPhysicalg
ChemistrygCYL2016YLcdbYLcikch[cikdh 3.8 28

122 Structure[reactivityLrelationshipsLofLnovelLmonomericLphotoinitiators]LJournalgofgPhotochemistryg
andgPhotobiologygA:gChemistryYL2016YLedkYLii[ji 4.7 15

(2016-2019)
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121 uomputationalLStudiesLonLuinchonaLslkaloid[uatalyzedLssymmetricL—rganicLαeactions]LAccountsgofg
ChemicalgResearchYL2016YLfkYLcdgb[hd 24.3 38

120 –ickelTIIUâ��  heLuomplexesLofLSY–[SubstitutedLThiosemicarbazonesLâ��LStructureYLvxTLStudyYLandL
uatalyticLwfficiency]LEuropeangJournalgofgInorganicgChemistryYL2016YLdbchYLgej[gff 2.3 16

119  hotophysicalLandL hotochemicalLStudiesLofL–ovelLThioxanthone[xunctionalizedL•ethacrylatesL
throughL”wvLwxcitation]LMacromoleculargChemistrygandgPhysicsYL2016YLdciYLcgbc[cgcd 2.6 32

118 wffectLofL”ewisLacidsLonLtheLstereoregularityLofL–Y–[dimethylLacrylamidelLsLcomputationalL
approach]LEuropeangPolymergJournalYL2016YLjeYLhi[ih 5.2 3

117 αelationshipLtetweenLtheLxreeLαadicalL olymerizationLαatesLofL•ethacrylatesLandLtheLuhemicalL
 ropertiesLofLtheirL•onomericLαadicals]LMacromoleculargChemistrygandgPhysicsYL2015YLdchYLeef[efe 2.6 2

116 uinchonaLslkaloidLuatalyzedLssymmetricLvesymmetrizationLofLmeso[uyclicLsnhydrideslLTheL—riginsL
ofLStereoselectivity]LChemCatChemYL2015YLiYLfcie[fcik 5.2 11

115 zowLsubstitutionLtunesLtheLelectronicLandLtransportLpropertiesLofLoligothiophenesYL
oligoselenophenesLandLoligotellurophenes]LSyntheticgMetalsYL2015YLdcbYLdeh[dff 3.6 4

114 •edium[αingLwffectsLonLtheLwndoawxoLSelectivityLofLtheL—rganocatalyticLIntramolecularLviels[slderL
αeaction]LJournalgofgOrganicgChemistryYL2015YLjbYLcdbgj[ig 4.2 8

113 αoleLofLtheLnWcLaminoLacidLresidueLonLtheLdeamidationLofLasparagineLinLpentapeptides]LMolecularg
PhysicsYL2015YLcceYLejek[ejfj 1.7 1

112
WhyLdoesLssnicLdeamidateLfasterLthanLssncgLinLtheLenzymeLtriosephosphateLisomeraseqLsnswersL
fromLmicrosecondLmolecularLdynamicsLsimulationLandL−•a••LfreeLenergyLcalculations]L
BiochemistryYL2015YLgfYLcfdk[ek

3.2 13

111 wlucidatingLtheLStructuralLIsomerismLofLxluorescentLStrigolactoneLsnalogueLuISs[c]LEuropeang
JournalgofgOrganicgChemistryYL2015YLdbcgYLcdcc[cdci 3.2 1

110 SolventLeffectsLonLfree[radicalLcopolymerizationLofLstyreneLandLd[hydroxyethylLmethacrylatelLaLvxTL
study]LNewgJournalgofgChemistryYL2014YLejYLcib[cij 3.6 16

109
vetectionLofL–itroaromaticLwxplosivesLtasedLonLxluorescenceL−uenchingLofLSilafluorene[LandL
Silole[uontainingL olymerslLsLTime[vependentLvensityLxunctionalLTheoryLStudy]LJournalgofgPhysicalg
ChemistrygCYL2014YLccjYLdekfh[dekge

3.8 26

108 TheLoriginLofLexo[stereoselectivityLofLnorborneneLinLheteroLviels[slderLreactions]LOrganicgandg
BiomoleculargChemistryYL2014YLcdYLjbik[jh 3.9 14

107 SonochemicalLdegradationLofLdiclofenaclLbyproductLassessmentYLreactionLmechanismsLandL
environmentalLconsiderations]LEnvironmentalgSciencegandgPollutiongResearchYL2014YLdcYLgkdk[ek 5.1 29

106 uomputationalLInsightLintoLtheLwxplosiveLvetectionL•echanismsLinLSilafluorene[LandL
Silole[uontainingL hotoluminescentL olymers]LJournalgofgPhysicalgChemistrygCYL2014YLccjYLhejg[heki 3.8 14

105 xirstLαsxTLpolymerizationLofLcaptodativeLd[acetamidoacrylicLacidLTsssULmonomerlLsnLexperimentalL
andLtheoreticalLstudy]LPolymerYL2013YLgfYLgcdd[gced 3.9 6

104 sLcomputationalLstudyLonLtheLreactivityLenhancementLinLtheLfreeLradicalLpolymerizationLofLalkylL
˛–[hydroxymethacrylateLandLacrylateLderivatives]LJournalgofgPolymergSciencegPartgAYL2013YLgcYLjjb[jjk 2.5 6
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103 —riginsLofLtheLsolventLeffectLonLtheLpropagationLkineticsLofLacrylicLacidLandLmethacrylicLacid]L
JournalgofgPolymergSciencegPartgAYL2013YLgcYLdbdf[dbef 2.5 23

102  redictionLofLtheLczL–•αLspectraLofLepoxy[fusedLcyclopentaneLderivativesLbyLcalculationsLofL
chemicalLshiftsLandLspinâ��spinLcouplingLconstants]LMoleculargPhysicsYL2013YLcccYLecfi[ecgg 1.7 0

101
sLcomputationalLapproachLtoLtheLfreeLradicalLpolymerizationLkineticsLofLalkylL
˛–[hydroxymethacrylateLmonomerslLsLstructureâ��reactivityLrelationship]LJournalgofgPolymergScienceg
PartgAYL2013YLgcYLdeig[dejf

2.5 4

100 InitiationLofLtheLreactionLofLdeamidationLinLtriosephosphateLisomeraselLinvestigationsLbyLmeansLofL
molecularLdynamicsLsimulations]LJournalgofgPhysicalgChemistrygBYL2012YLcchYLhdjj[ebc 3.4 3

99 xreeLradicalLpolymerizationLofLethylLmethacrylateLandLethylL˛–[hydroxyLmethacrylatelLsL
computationalLapproachLtoLtheLpropagationLkinetics]LPolymerYL2012YLgeYLedcc[edck 3.9 17

98 Solvent[catalyzedLring[chain[ringLtautomerizationLinLaxiallyLchiralLcompounds]LChemistrygvgAg
EuropeangJournalYL2012YLcjYLcdidg[ed 4.8 11

97 uausationLinLaLcascadelLtheLoriginsLofLselectivitiesLinLintramolecularLnitroneLcycloadditions]LJournalg
ofgthegAmericangChemicalgSocietyYL2012YLcefYLcdbcb[g 16.4 18

96  eptideLnanotubeLformationlLaLcrystalLgrowthLprocess]LSoftgMatterYL2012YLjYLifhe 3.6 29

95 •olecularLvockingLStudyLtasedLonL harmacophoreL•odelingLforL–ovelL hosphodiesteraseIVL
Inhibitors]LMoleculargInformaticsYL2012YLecYLfgk[ic 3.8 4

94 SelectivityLinLtheLaggregatesLofLtheLchiralLorganolithiumL–[toc[d[lithiopiperidineLwithLaLchiralL
ligandlLaLvxTLstudy]LMoleculargPhysicsYL2012YLccbYLege[egk 1.7 7

93
—riginsLofLtheLdiastereoselectivityLinLhydrogenLbondingLdirectedLviels[slderLreactionsLofLchiralL
dienesLwithLachiralLdienophileslLaLcomputationalLstudy]LOrganicgandgBiomoleculargChemistryYL2011YL
kYLjbik[jj

3.9 17

92 uontrollingLtheLtacticityLinLtheLpolymerizationLofL–[isopropylacrylamidelLsLcomputationalLstudy]L
PolymerYL2011YLgdYLggbe[ggcd 3.9 20

91 uyclizationLtendenciesLinLtheLfreeLradicalLpolymerizationLofLallylLacrylateLderivativeslLsL
computationalLstudy]LJournalgofgPolymergSciencegPartgAYL2011YLfkYLdfif[dfje 2.5 8

90 Structureâ��reactivityLrelationshipsLofLalkylL˛–[hydroxymethacrylateLderivatives]LJournalgofgPolymerg
SciencegPartgAYL2011YLfkYLebgj[ebhj 2.5 9

89 uomputationalLstudyLofLfactorsLcontrollingLtheLboatLandLchairLtransitionLstatesLofLIreland[ulaisenL
rearrangements]LJournalgofgOrganicgChemistryYL2010YLigYLdccg[j 4.2 28

88 αoleLofLuhainLTransferLsgentsLinLxreeLαadicalL olymerizationL“inetics]LMacromoleculesYL2010YLfeYLcjde[cjeg5.5 144

87 sLTheoreticalLStudyLofLtheL•echanismLofLtheLvesymmetrizationLofLuyclicLmeso[snhydridesLbyL
uhiralLsminoLslcohols]LChemCatChemYL2010YLdYLccdd[ccdk 5.2 17

86 •odelingLtheLSolventLwffectLonLtheLTacticityLinLtheLxreeLαadicalL olymerizationLofL•ethylL
•ethacrylate]LMacromoleculesYL2010YLfeYLghbd[ghcb 5.5 33

(2010-2013)
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85 UnderstandingLtheLmodeLofLactionLofLThv LinLbenzoylformateLdecarboxylase]LBiopolymersYL2010YL
keYLed[fh 2.2 3

84 wfficientLxree[αadicalLuyclopolymerizationLofL—rientedLStyrenicLvifunctionalL•onomers]L
MacromoleculesYL2009YLfdYLcjhb[cjhh 5.5 27

83 uyclopolymerizationLreactionsLofLdiallylLmonomerslLexploringLelectronicLandLstericLeffectsLusingL
vxTLreactivityLindices]LJournalgofgPhysicalgChemistrygAYL2009YLcceYLjibf[cc 2.8 30

82 UnderstandingLtheLstereoselectionLinducedLbyLchiralLanthraceneLtemplatesLinLviels[slderL
cycloadditionlLaLvxTLstudy]LJournalgofgOrganicgChemistryYL2009YLifYLdedj[eh 4.2 11

81 vxTLStudyLonLtheL ropagationL“ineticsLofLxree[αadicalL olymerizationLofL˛–[SubstitutedLscrylates]L
MacromoleculesYL2009YLfdYLebee[ebfc 5.5 66

80 veamidationLofLasparagineLresidueslLdirectLhydrolysisLversusLsuccinimide[mediatedLdeamidationL
mechanisms]LJournalgofgPhysicalgChemistrygAYL2009YLcceYLcccc[db 2.8 88

79 •echanismLandLselectivityLofLcinchonaLalkaloidLcatalyzedL[cYe][shiftsLofLallylicLtrichloroacetimidates]L
JournalgofgOrganicgChemistryYL2009YLifYLhkff[gd 4.2 27

78 uomputationalLstudyLonLnonenzymaticLpeptideLbondLcleavageLatLasparagineLandLasparticLacid]L
JournalgofgPhysicalgChemistrygAYL2008YLccdYLjigd[hc 2.8 51

77 ulaisenLrearrangementLofLaliphaticLallylLvinylLethersLinLtheLpresenceLofLcopperTIIULbisoxazoline]L
JournalgofgOrganicgChemistryYL2008YLieYLfjbb[k 4.2 12

76 wffectLofL”ewisLacidLcatalystsLonLviels[slderLandLhetero[viels[slderLcycloadditionsLsharingLaL
commonLtransitionLstate]LJournalgofgOrganicgChemistryYL2008YLieYLifid[jb 4.2 52

75 ”ewisLacidLcatalysisLaltersLtheLshapesLandLproductsLofLbis[pericyclicLviels[slderLtransitionLstates]L
JournalgofgthegAmericangChemicalgSocietyYL2007YLcdkYLfgdj[k 16.4 66

74 —riginLofLdiastereoselectivityLinLtheLsynthesisLofLchiralLbicyclicLlactamslLpi[facialLselectiveLattackLofL
singletLoxygenLinducedLbyLhinderedLinternalLrotation]LJournalgofgPhysicalgChemistrygAYL2007YLcccYLgjgg[he2.8 7

73 •odelingLtheLcyclopolymerizationLofLdiallylLetherLandLmethylL˛–[[TallyloxyUmethyl]acrylate]L
InternationalgJournalgofgQuantumgChemistryYL2007YLcbiYLjkf[kbh 2.1 9

72 zybridLUsageLofLuomputationalLToolsLinLvrugLSynthesis]LCurrentgComputervAidedgDruggDesignYL2007YL
eYLcfk[cgk 1.4 2

71 wffectLofLcooperativeLhydrogenLbondingLinLazo[hydrazoneLtautomerismLofLazoLdyes]LJournalgofg
PhysicalgChemistrygAYL2007YLcccYLcegbh[cf 2.8 47

70 vensityLxunctionalLTheoryLStudyLofLxree[αadicalL olymerizationLofLscrylatesLandL•ethacrylateslLL
Structureâ��αeactivityLαelationship]LMacromoleculesYL2007YLfbYLkgkb[khbd 5.5 37

69 InterpretationLofLhydrogenLbondingLinLtheLweakLandLstrongLregionsLusingLconceptualLvxTL
descriptors]LJournalgofgPhysicalgChemistrygAYL2006YLccbYLgjhb[j 2.8 42

68 αeactionLmechanismLofLdeamidationLofLasparaginylLresiduesLinLpeptideslLeffectLofLsolventL
molecules]LJournalgofgPhysicalgChemistrygAYL2006YLccbYLjegf[hg 2.8 50
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67 uomputationalLstudyLofLtheLsynthesisLofLbenzoinLderivativesLfromLbenzil]LInternationalgJournalgofg
QuantumgChemistryYL2006YLcbhYLcgkh[chcb 2.1 1

66 uouplingLofLstructuralLfluctuationsLtoLdeamidationLreactionLinLtriosephosphateLisomeraseLbyL
yaussianLnetworkLmodel]LProteins:gStructureugFunctiongandgBioinformaticsYL2006YLhdYLicg[di 4.2 5

65 wxperimentalLandLmodelingLapproachLtoLdecolorizationLofLazoLdyesLbyLultrasoundlLdegradationLofL
theLhydrazoneLtautomer]LJournalgofgPhysicalgChemistrygAYL2005YLcbkYLegbh[ch 2.8 56

64 •odelingLtheLstereoselectivityLofLtheLJohnson[ulaisenLrearrangementsLinLtheLvanishefskyLsynthesisL
ofLgelsemine]LJournalgofgOrganicgChemistryYL2005YLibYLibdj[ef 4.2 12

63 •odelingLtheLeffectLofLsubstitutionLonLtheL bT—scUfLmediatedLoxidativeLcleavageLofLsteroidalL
cYd[diols]LJournalgofgOrganicgChemistryYL2005YLibYLibjb[h 4.2 12

62 sLquantumLmechanicalLapproachLtoLtheLkineticsLofLtheLhydrogenLabstractionLreactionLzd—dLWLâ�¢—zL[pL
z—dLWLzd—]LInternationalgJournalgofgChemicalgKineticsYL2005YLeiYLgbd[gcf 1.4 10

61 •odelingLtheLfreeLradicalLpolymerizationLofLacrylates]LInternationalgJournalgofgQuantumgChemistryYL
2005YLcbeYLcih[cjk 2.1 27

60 uomputationalLstudyLofLalkyllithiumapyridineLderivativeLsystemsLasLinitiatorsLforLtheLlivingLanionicL
polymerizationLofLmethylLmethacrylates]LJournalgofgPolymergSciencegPartgAYL2005YLfeYLfgg[fhi 2.5 2

59 SynthesisLandLmodelingLofLnewLphosphorus[containingLacrylates]LJournalgofgPolymergSciencegPartgAYL
2005YLfeYLdgif[dgje 2.5 13

58 TheoreticalLstudyLofLselectiveLmethylationLinLtheLsynthesisLofLazithromycin]LJournalgofg
ComputervAidedgMoleculargDesignYL2004YLcjYLc[cc 4.2 2

57 SolventLeffectLonLtheLsynthesisLofLclarithromycinlLaLmolecularLdynamicsLstudy]LJournalgofg
ComputervAidedgMoleculargDesignYL2004YLcjYLcfg[gf 4.2 7

56 sLcomputationalLapproachLtoLtheLsynthesisLofLdirithromycin]LJournalgofgMoleculargModelingYL2004YL
cbYLkf[cbc 2 3

55 SolventLeffectsLonLglycineLII]LWater[assistedLtautomerization]LJournalgofgComputationalgChemistryYL
2004YLdgYLhkb[ibe 3.5 58

54 TheoreticalLspproachLtoLtheLWearLandLTearL•echanismLinLTriosephoshateLIsomeraselLLsL−•a••L
Study]LJournalgofgPhysicalgChemistrygBYL2004YLcbjYLekdg[ekef 3.4 5

53 •odelingLtheLSubstituentLwffectLonLtheL—xidativeLvegradationLofLszoLvyes]LJournalgofgPhysicalg
ChemistrygAYL2004YLcbjYLgkkb[hbbb 2.8 37

52
tarriersLtoLinternalLrotationLaroundLtheLu[–LbondLinLe[To[arylU[g[methyl[rhodaninesLusingL–•αL
spectroscopyLandLcomputationalLstudies]LwlectronLdensityLtopologicalLanalysisLofLtheLtransitionL
states]LOrganicgandgBiomoleculargChemistryYL2004YLdYLdfdh[eh

3.9 13

51 SolventLeffectsLonLglycine]LI]LsLsupermoleculeLmodelingLofLtautomerizationLviaLintramolecularL
protonLtransfer]LJournalgofgComputationalgChemistryYL2003YLdfYLcijk[jbd 3.5 62

50 wliminationLofLwaterLfromLtheLcarboxylLgroupLofLylyylyzW]LJournalgofgthegAmericangSocietygforgMassg
SpectrometryYL2003YLcfYLcckd[dbe 3.5 41

(2003-2006)
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49 sLtheoreticalLstudyLonLtheLmechanismLofLtheLcyclopolymerizationLofLdiallylLmonomers]LJournalgofg
OrganicgChemistryYL2003YLhjYLhehk[if 4.2 14

48 •odelingLtheL—xidativeLvegradationLofLszoLvyesl´ LsLvensityLxunctionalLTheoryLStudy]LJournalgofg
PhysicalgChemistrygAYL2003YLcbiYLfjkj[fkbi 2.8 54

47 —riginsLofLboatLorLchairLpreferencesLinLtheLIreland[ulaisenLrearrangementsLofLcyclohexenylLesterslLaL
theoreticalLstudy]LJournalgofgOrganicgChemistryYL2003YLhjYLgid[i 4.2 37

46 •odellingLtheLhydrolysisLofLsuccinimidelLformationLofLaspartateLandLreversibleLisomerizationLofL
asparticLacidLviaLsuccinimide]LOrganicgandgBiomoleculargChemistryYL2003YLcYLddkb[i 3.9 26

45 sLstudyLonLtheLstructuresLofLtheLsubstitutedLTaminomethylUlithiumLandLTthiomethylUlithiumL
compounds]LJournalgofgMoleculargModelingYL2002YLjYLcgh[hi 2

44 sLuomputationalLStudyLonLtheLSubstituentLwffectLofLviallylamineL•onomersLinLTheirL
uyclopolymerizationLαeactions]LJournalgofgPhysicalgChemistrygAYL2002YLcbhYLjcjf[jckb 2.8 12

43
”eadLtetraacetateLmediatedLone[potLmultistageLtransformationslLtheoreticalLstudiesLonLtheL
divergingLbehaviorLinLtheLzajos[ arrishLandLWieland[•iescherLseries]LJournalgofgOrganicgChemistryYL
2002YLhiYLdffi[gd

4.2 11

42
TheoreticalLstudyLofLfactorsLcontrollingLratesLofLcyclizationLofLradicalLintermediatesLfromL
diallylamineLandLdiallylammoniumLmonomersLinLradicalLpolymerizations]LJournalgofgOrganicg
ChemistryYL2002YLhiYLgbhj[ig

4.2 19
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