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186
uevelopmentLofLRangeZtorrectedLueepLLearningLPotentialsLforLwastXLrccurateLQuantumL
öechanical]öolecularLöechanicalLSimulationsLofLthemicalLReactionsLinLSolution[LJournaliofi
ChemicaliTheoryiandiComputationXL2021XLbhXLgjjdZhaaj

6.4 14

185 seneathLtheLSurfacekLrnLznvestigationLofLxeneralLthemistryLStudentsSLStudyLSkillsLtoLPredictLtourseL
−utcomes[LJournaliofiChemicaliEducationXL2021XLjiXLcibZcjc 2.4 3

184
vxtensionLofLtheLVariationalLwreeLvnergyLProfileLandLöultistateLsennettLrcceptanceLRatioLöethodsL
forLyighZuimensionalLPotentialLofLöeanLworceLProfileLrnalysis[LJournaliofiPhysicaliChemistryiAXL2021
XLbcfXLecbgZecdc

2.8 4

183 PeripheralLöethionineLResiduesLzmpactLwlavinLPhotoreductionLandLProtonationLinLanLvngineeredL
L−VLuomainLLightLSensor[LBiochemistryXL2021XLgaXLbbeiZbbge 3.2 1

182 VariationalLöethodLforLüetworkwideLrnalysisLofLRelativeLLigandLsindingLwreeLvnergiesLwithLLoopL
tlosureLandLvxperimentalLtonstraints[LJournaliofiChemicaliTheoryiandiComputationXL2021XLbhXLbdcgZbddg6.4 6

181 tyrRööZxUzLwreeLvnergyLtalculatorLforLPracticalLLigandLsindingLwreeLvnergyLSimulationsLwithL
rösvR[LJournaliofiChemicaliInformationiandiModelingXL2021XLgbXLebefZebfb 6.1 4

180 ValidationLofLwreeLvnergyLöethodsLinLrösvR[LJournaliofiChemicaliInformationiandiModelingXL2020XL
gaXLfcjgZfdaa 6.1 7

179 wastXLrccurateXLandLReliableLProtocolsLforLRoutineLtalculationsLofLProteinZLigandLsindingLrffinitiesL
inLurugLuesignLProjectsLUsingLrösvRLxPUZTzLwithLffbeSs]xrww[LACSiOmegaXL2020XLfXLegbbZegbj 3.9 31

178 tonfluenceLofLtheoryLandLexperimentLrevealsLtheLcatalyticLmechanismLofLtheLVarkudLsatelliteL
ribozyme[LNatureiChemistryXL2020XLbcXLbjdZcab 17.6 14

177 TheLLZplatform]LZscaffoldLframeworkkLaLblueprintLforLRürZcleavingLnucleicLacidLenzymeLdesign[LRnaXL
2020XLcgXLbbbZbcf 5.8 10

176 zmprovedLrlchemicalLwreeLvnergyLtalculationsLwithL−ptimizedLSmoothstepLSoftcoreLPotentials[L
JournaliofiChemicaliTheoryiandiComputationXL2020XLbgXLffbcZffcf 6.4 17

175 ThroughLtheLLookingLtLrSSkLWhenLPeerLLeaderLLearningLrttitudesLrreLüotLWhatLTheyLSeem[L
JournaliofiChemicaliEducationXL2020XLjhXLcahiZcaja 2.4 3

174 rlchemicalLsindingLwreeLvnergyLtalculationsLinLrösvRcakLrdvancesLandLsestLPracticesLforLurugL
uiscovery[LJournaliofiChemicaliInformationiandiModelingXL2020XLgaXLffjfZfgcd 6.1 56

173 PredictingLSiteZsindingLöodesLofLzonsLandLWaterLtoLüucleicLrcidsLUsingLöolecularLSolvationL
Theory[LJournaliofitheiAmericaniChemicaliSocietyXL2019XLbebXLcedfZceef 16.4 27

172 vvidenceLforLaLtatalyticLStrategyLtoLPromoteLüucleophileLrctivationLinLöetalZuependentL
RürZtleavingLRibozymesLandLiZbhLuürzyme[LACSiCatalysisXL2019XLjXLbagbcZbagbh 13.1 17

171
uevelopmentLofLaLRobustLzndirectLrpproachLforLööLZoLQöLwreeLvnergyLtalculationsLThatLtombinesL
worceZöatchedLReferenceLPotentialLandLsennettSsLrcceptanceLRatioLöethods[LJournaliofiChemicali
TheoryiandiComputationXL2019XLbfXLffedZffgc

6.4 31

170 uynamicalLensembleLofLtheLactiveLstateLandLtransitionLstateLmimicLforLtheLRürZcleavingLiZbhL
uürzymeLinLsolution[LNucleiciAcidsiResearchXL2019XLehXLbacicZbacjf 20.1 15
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169 UsingLrösvRbiLforLRelativeLwreeLvnergyLtalculations[LJournaliofiChemicaliInformationiandi
ModelingXL2019XLfjXLdbciZdbdf 6.1 62

168 tleaningLUpLöechanisticLuebrisLxeneratedLbyLTwisterLRibozymesLUsingLtomputationalLRürL
vnzymology[LACSiCatalysisXL2019XLjXLfiadZfibf 13.1 15

167 rnL−ntologyLforLwacilitatingLuiscussionLofLtatalyticLStrategiesLofLRürZtleavingLvnzymes[LACSi
ChemicaliBiologyXL2019XLbeXLbagiZbahg 4.9 25

166 wrameworkLforLtonductingLandLrnalyzingLtrystalLSimulationsLofLüucleicLrcidsLtoLridLinLöodernL
worceLwieldLvvaluation[LJournaliofiPhysicaliChemistryiBXL2019XLbcdXLegbbZegce 3.4 3

165 QuantumLSuppressionLofLzntramolecularLueuteriumL ineticLzsotopeLvffectsLinLaLPericyclicLyydrogenL
TransferLReaction[LJournaliofiPhysicaliChemistryiAXL2019XLbcdXLdgehZdgfe 2.8 1

164 öolecularLsimulationsLofLtheLpistolLribozymekLunifyingLtheLinterpretationLofLexperimentalLdataLandL
establishingLfunctionalLlinksLwithLtheLhammerheadLribozyme[LRnaXL2019XLcfXLbedjZbefg 5.8 12

163 rLxPUZrcceleratedLParameterLznterpolationLThermodynamicLzntegrationLwreeLvnergyLöethod[L
JournaliofiChemicaliTheoryiandiComputationXL2018XLbeXLbfgeZbfic 6.4 26

162 −nLtheLconvergenceLofLmultiZscaleLfreeLenergyLsimulations[LMoleculariSimulationXL2018XLeeXLbagcZbaib 2 30

161 rLtomparisonLofLQö]ööLSimulationsLwithLandLwithoutLtheLurudeL−scillatorLöodelLsasedLonL
yydrationLwreeLvnergiesLofLSimpleLSolutes[LMoleculesXL2018XLcdXL 4.8 23

160 xPUZrcceleratedLöolecularLuynamicsLandLwreeLvnergyLöethodsLinLrmberbikLPerformanceL
vnhancementsLandLüewLweatures[LJournaliofiChemicaliInformationiandiModelingXL2018XLfiXLcaedZcafa 6.1 165

159
TowardLwastLandLrccurateLsindingLrffinityLPredictionLwithLpmemdxTzkLrnLvfficientLzmplementationL
ofLxPUZrcceleratedLThermodynamicLzntegration[LJournaliofiChemicaliTheoryiandiComputationXL2017
XLbdXLdahhZdaie

6.4 66

158 uivalentLöetalLzonLrctivationLofLaLxuanineLxeneralLsaseLinLtheLyammerheadLRibozymekLznsightsL
fromLöolecularLSimulations[LBiochemistryXL2017XLfgXLcjifZcjje 3.2 35

157 QuantumLmechanicalLforceLfieldsLforLcondensedLphaseLmolecularLsimulations[LJournaliofiPhysicsi
CondensediMatterXL2017XLcjXLdidaac 1.8 18

156 rLöultidimensionalLsZSplineLtorrectionLforLrccurateLöodelingLSugarLPuckeringLinLQö]ööL
Simulations[LJournaliofiChemicaliTheoryiandiComputationXL2017XLbdXLdjhfZdjie 6.4 9

155 öodelLforLtheLwunctionalLrctiveLStateLofLtheLTSLRibozymeLfromLöolecularLSimulation[LAngewandtei
ChemieiyiInternationaliEditionXL2017XLfgXLbddjcZbddjf 16.4 16

154 öodelLforLtheLwunctionalLrctiveLStateLofLtheLTSLRibozymeLfromLöolecularLSimulation[LAngewandtei
ChemieXL2017XLbcjXLbdfhhZbdfia 3.6 5

153  ineticLzsotopeLvffectLrnalysisLofLRürLcSZ−ZTransphosphorylation[LMethodsiiniEnzymologyXL2017XL
fjgXLeddZefh 1.7 1

152 treationLofLrcademicLSocialLüetworksLTrSüsULforLvffectiveL−nlineLeLearningLtommunities[LACSi
SymposiumiSeriesXL2016XLbajZbcg 0.4 1

(2016-2019)
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151 RepvxkLrLwlexibleLwrameworkLforLScalableLReplicaLvxchangeLöolecularLuynamicsLSimulationsL2016XL 6

150 VRZSt−Sö−kLrLsmoothLconductorZlikeLscreeningLmodelLwithLchargeZdependentLradiiLforLmodelingL
chemicalLreactions[LJournaliofiChemicaliPhysicsXL2016XLbeeXLbgebbf 3.9 2

149 rLTwoZöetalZzonZöediatedLtonformationalLSwitchingLPathwayLforLyuVLRibozymeLrctivation[LACSi
CatalysisXL2016XLgXLbifdZbigj 13.1 22

148 RibozymeLtatalysisLwithLaLTwistkLrctiveLStateLofLtheLTwisterLRibozymeLinLSolutionLPredictedLfromL
öolecularLSimulation[LJournaliofitheiAmericaniChemicaliSocietyXL2016XLbdiXLdafiZgf 16.4 46

147 zsotopeLeffectLanalysesLprovideLevidenceLforLanLalteredLtransitionLstateLforLRürL
cSZ−ZtransphosphorylationLcatalyzedLbyLZnTcWU[LChemicaliCommunicationsXL2016XLfcXLeegcZf 5.8 8

146 rnLactiveLsiteLrearrangementLwithinLtheLTetrahymenaLgroupLzLribozymeLreleasesLnonproductiveL
interactionsLandLallowsLformationLofLcatalyticLinteractions[LRnaXL2016XLccXLdcZei 5.8 5

145 zmprovedLligandLgeometriesLinLcrystallographicLrefinementLusingLrwzTTLinLPyvüzX[LActai
CrystallographicaiSectioniD:iStructuraliBiologyXL2016XLhcXLbagcZhc 5.5 22

144 rLöodifiedLuivideZandZtonquerLLinearZScalingLQuantumLworceLwieldLwithLöultipolarLthargeL
uensitiesL2016XLdZdb 3

143 rmbientZPotentialLtompositeLvwaldLöethodLforLabLznitioLQuantumLöechanical]öolecularL
öechanicalLöolecularLuynamicsLSimulation[LJournaliofiChemicaliTheoryiandiComputationXL2016XLbcXLcgbbZdc6.4 26

142
TheLimportanceLofLprotonationLandLtautomerizationLinLrelativeLbindingLaffinityLpredictionkLaL
comparisonLofLrösvRLTzLandLSchrˆ¶dingerLwvP[LJournaliofiComputeryAidediMoleculariDesignXL2016XL
daXLfddZj

4.2 15

141 tomparisonLofLstructuralXLthermodynamicXLkineticLandLmassLtransportLpropertiesLofLögTcWULionL
modelsLcommonlyLusedLinLbiomolecularLsimulations[LJournaliofiComputationaliChemistryXL2015XLdgXLjhaZic3.5 52

140
vffectLofLZncWLbindingLandLenzymeLactiveLsiteLonLtheLtransitionLstateLforLRürL
cSZ−ZtransphosphorylationLinterpretedLthroughLkineticLisotopeLeffects[LBiochimicaiEtiBiophysicai
ActaiyiProteinsiandiProteomicsXL2015XLbifeXLbhjfZiaa

4 15

139 yeavyLatomLlabeledLnucleotidesLforLmeasurementLofLkineticLisotopeLeffects[LBiochimicaiEti
BiophysicaiActaiyiProteinsiandiProteomicsXL2015XLbifeXLbhdhZef 4 8

138 ueterminationLofLhepatitisLdeltaLvirusLribozymeLüTZbULnucleobaseLandLfunctionalLgroupLspecificityL
usingLinternalLcompetitionLkinetics[LAnalyticaliBiochemistryXL2015XLeidXLbcZca 3.1 6

137 öultiscaleLmethodsLforLcomputationalLRürLenzymology[LMethodsiiniEnzymologyXL2015XLffdXLddfZhe 1.7 15

136 üucleicLacidLreactivitykLchallengesLforLnextZgenerationLsemiempiricalLquantumLmodels[LJournaliofi
ComputationaliChemistryXL2015XLdgXLbdhaZij 3.5 13

135 zntegrationLofLkineticLisotopeLeffectLanalysesLtoLelucidateLribonucleaseLmechanism[LBiochimicaiEti
BiophysicaiActaiyiProteinsiandiProteomicsXL2015XLbifeXLbiabZi 4 18

134 worceLwieldLforLögTcWUXLönTcWUXLZnTcWUXLandLtdTcWULzonsLThatLyaveLsalancedLznteractionsLwithL
üucleicLrcids[LJournaliofiPhysicaliChemistryiBXL2015XLbbjXLbfegaZha 3.4 66
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133 tationZrnionLznteractionsLwithinLtheLüucleicLrcidLzonLrtmosphereLRevealedLbyLzonLtounting[L
JournaliofitheiAmericaniChemicaliSocietyXL2015XLbdhXLbehafZbf 16.4 48

132 thargeZdependentLmanyZbodyLexchangeLandLdispersionLinteractionsLinLcombinedLQö]ööL
simulations[LJournaliofiChemicaliPhysicsXL2015XLbedXLcdebbb 3.9 15

131 StructuralLfidelityLandLüöRLrelaxationLanalysisLinLaLprototypeLRürLhairpin[LRnaXL2015XLcbXLjgdZhe 5.8 24

130 rssessmentLofLmetalZassistedLnucleophileLactivationLinLtheLhepatitisLdeltaLvirusLribozymeLfromL
molecularLsimulationLandLduZRzSö[LRnaXL2015XLcbXLbfggZhh 5.8 16

129 tompetitiveLinteractionLofLmonovalentLcationsLwithLuürLfromLduZRzSö[LNucleiciAcidsiResearchXL
2015XLedXLieafZbf 20.1 32

128 öultipolarLvwaldLmethodsXLckLapplicationsLusingLaLquantumLmechanicalLforceLfield[LJournaliofi
ChemicaliTheoryiandiComputationXL2015XLbbXLefbZgb 6.4 17

127 znterpretationLofLpyZactivityLprofilesLforLacidZbaseLcatalysisLfromLmolecularLsimulations[L
BiochemistryXL2015XLfeXLbdahZbd 3.2 27

126 öultipolarLvwaldLmethodsXLbkLtheoryXLaccuracyXLandLperformance[LJournaliofiChemicaliTheoryiandi
ComputationXL2015XLbbXLedgZfa 6.4 30

125 tharacterizationLofLtheLthreeZdimensionalLfreeLenergyLmanifoldLforLtheLuracilLribonucleosideLfromL
asynchronousLreplicaLexchangeLsimulations[LJournaliofiChemicaliTheoryiandiComputationXL2015XLbbXLdhdZh6.4 9

124 QuantumLmechanicalLstudyLofLsolventLeffectsLinLaLprototypeLSücLreactionLinLsolutionkLtlZLattackLonL
tydtl[LJournaliofiChemicaliPhysicsXL2014XLbeaXLafebaj 3.9 15

123 rbLinitioLpathZintegralLcalculationsLofLkineticLandLequilibriumLisotopeLeffectsLonLbaseZcatalyzedL
RürLtransphosphorylationLmodels[LJournaliofiComputationaliChemistryXL2014XLdfXLbdacZbg 3.5 11

122 vvidenceLforLtheLroleLofLactiveLsiteLresiduesLinLtheLhairpinLribozymeLfromLmolecularLsimulationsL
alongLtheLreactionLpath[LJournaliofitheiAmericaniChemicaliSocietyXL2014XLbdgXLhhijZjc 16.4 29

121 LinearLfreeLenergyLrelationshipsLinLRürLtransesterificationkLtheoreticalLmodelsLtoLaidLexperimentalL
interpretations[LPhysicaliChemistryiChemicaliPhysicsXL2014XLbgXLbfiegZff 3.6 14

120 ParametrizationLofLanL−rbitalZsasedLLinearZScalingLQuantumLworceLwieldLforLüoncovalentL
znteractions[LJournaliofiChemicaliTheoryiandiComputationXL2014XLbaXLbaigZbaji 6.4 27

119 zmprovementLofLuürLandLRürLSugarLPuckerLProfilesLfromLSemiempiricalLQuantumLöethods[L
JournaliofiChemicaliTheoryiandiComputationXL2014XLbaXLbfdiZbfef 6.4 38

118 RoadmapsLthroughLfreeLenergyLlandscapesLcalculatedLusingLtheLmultiZdimensionalLvwvPLapproach[L
JournaliofiChemicaliTheoryiandiComputationXL2014XLbaXLceZde 6.4 45

117
tonstantLpyLReplicaLvxchangeLöolecularLuynamicsLinLvxplicitLSolventLUsingLuiscreteLProtonationL
StateskLzmplementationXLTestingXLandLValidation[LJournaliofiChemicaliTheoryiandiComputationXL2014XL
baXLbdebZbdfc

6.4 149

116 rlteredLTtransitionULstateskLmechanismsLofLsolutionLandLenzymeLcatalyzedLRürL
cSZ−Ztransphosphorylation[LCurrentiOpinioniiniChemicaliBiologyXL2014XLcbXLjgZbac 9.7 28
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115 zonLcountingLfromLexplicitZsolventLsimulationsLandLduZRzSö[LBiophysicaliJournalXL2014XLbagXLiidZje 2.9 77

114 RecentLadvancesLtowardLaLgeneralLpurposeLlinearZscalingLquantumLforceLfield[LAccountsiofiChemicali
ResearchXL2014XLehXLcibcZca 24.3 34

113 öolecularLuynamicsLSimulationLofLüitrobenzeneLuioxygenaseLUsingLrösvRLworceLwield[LJournaliofi
ChemicaliTheoryiandiComputationXL2014XLbaXLccegZccfe 6.4 20

112 öechanisticLinsightsLintoLRürLtransphosphorylationLfromLkineticLisotopeLeffectsLandLlinearLfreeL
energyLrelationshipsLofLmodelLreactions[LChemistryiyiAiEuropeaniJournalXL2014XLcaXLbeddgZed 4.8 26

111 rLvariationalLlinearZscalingLframeworkLtoLbuildLpracticalXLefficientLnextZgenerationLorbitalZbasedL
quantumLforceLfields[LJournaliofiChemicaliTheoryiandiComputationXL2013XLjXLbebhZbech 6.4 48

110 rLüewLöaximumLLikelihoodLrpproachLforLwreeLvnergyLProfileLtonstructionLfromLöolecularL
Simulations[LJournaliofiChemicaliTheoryiandiComputationXL2013XLjXLbfdZbge 6.4 59

109 öolecularLsimulationsLofLRürLcSZ−ZtransesterificationLreactionLmodelsLinLsolution[LJournaliofi
PhysicaliChemistryiBXL2013XLbbhXLjeZbad 3.4 21

108 sridgingLtheLgapLbetweenLtheoryLandLexperimentLtoLderiveLaLdetailedLunderstandingLofL
hammerheadLribozymeLcatalysis[LProgressiiniMoleculariBiologyiandiTranslationaliScienceXL2013XLbcaXLcfZjb4 8

107
vxperimentalLandLcomputationalLanalysisLofLtheLtransitionLstateLforLribonucleaseLrZcatalyzedLRürL
cSZ−Ztransphosphorylation[LProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofi
AmericaXL2013XLbbaXLbdaacZh

11.5 52

106 rLframeworkLforLflexibleLandLscalableLreplicaZexchangeLonLproductionLdistributedLtzL2013XL 2

105 vxperimentalLandLcomputationalLevidenceLthatLribonucleaseLrLaltersLtheLtransitionLstateLforLRürL
cpZ−Ztransphosphorylation[LFASEBiJournalXL2013XLchXLjji[g 0.9

104 tharacterizationLofLtheLreactionLpathLandLtransitionLstatesLforLRürLtransphosphorylationLmodelsL
fromLtheoryLandLexperiment[LAngewandteiChemieiyiInternationaliEditionXL2012XLfbXLgehZfb 16.4 43

103
znsideLsackLtoverkLtharacterizationLofLtheLReactionLPathLandLTransitionLStatesLforLRürL
TransphosphorylationLöodelsLfromLTheoryLandLvxperimentLTrngew[Lthem[Lznt[Lvd[Ld]cabcU[L
AngewandteiChemieiyiInternationaliEditionXL2012XLfbXLicdZicd

16.4

102 vxactLRelationLbetweenLPotentialLofLöeanLworceLandLwreeZvnergyLProfile[LJournaliofiChemicali
TheoryiandiComputationXL2012XLiXLdjjiZeaad 6.4 21

101
znnenrˆ…cktitelbildkLtharacterizationLofLtheLReactionLPathLandLTransitionLStatesLforLRürL
TransphosphorylationLöodelsLfromLTheoryLandLvxperimentLTrngew[Lthem[Ld]cabcU[LAngewandtei
ChemieXL2012XLbceXLiehZieh

3.6

100 vxtendedLpolarizationLinLthirdZorderLSttZuwTsLfromLchemicalZpotentialLequalization[LJournaliofi
PhysicaliChemistryiAXL2012XLbbgXLjbdbZeb 2.8 38

99 öappingLLbLligaseLribozymeLconformationalLswitch[LJournaliofiMoleculariBiologyXL2012XLecdXLbagZcc 6.5 6

98 tharacterizationLofLtheLReactionLPathLandLTransitionLStatesLforLRürLTransphosphorylationLöodelsL
fromLTheoryLandLvxperiment[LAngewandteiChemieXL2012XLbceXLghbZghf 3.6 3
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97 uensityZfunctionalLexpansionLmethodskLxrandLchallenges[LTheoreticaliChemistryiAccountsXL2012XL
bdbXLb 1.9 27

96 rctiveLparticipationLofLögLionLinLtheLreactionLcoordinateLofLRürLselfZcleavageLcatalyzedLbyLtheL
hammerheadLribozyme[LJournaliofiChemicaliTheoryiandiComputationXL2011XLhXLbZd 6.4 47

95 tharacterizationLofLtheLStructureLandLuynamicsLofLtheLyuVLRibozymeLatLuifferentLStagesLrlongLtheL
ReactionLPath[LJournaliofiPhysicaliChemistryiLettersXL2011XLcXLcfdiZcfed 6.4 30

94 uensityZfunctionalLexpansionLmethodskLgeneralizationLofLtheLauxiliaryLbasis[LJournaliofiChemicali
PhysicsXL2011XLbdeXLbjebad 3.9 10

93 znfluenceLofLtZfLsubstitutedLcytosineLandLrelatedLnucleosideLanalogsLonLtheLformationLofL
benzo[a]pyreneLdiolLepoxideZdxLadductsLatLtxLbaseLpairsLofLuür[LNucleiciAcidsiResearchXL2011XLdjXLdjiiZeaag20.1 37

92 znsightsLintoLtheLRoleLofLtonformationalLTransitionsLandLöetalLzonLsindingLinLRürLtatalysisLfromL
öolecularLSimulations[LAnnualiReportsiiniComputationaliChemistryXL2010XLgXLbgiZcaa 1.8 1

91 uensityZfunctionalLexpansionLmethodskLevaluationLofLLurXLxxrXLandLmetaZxxrLfunctionalsLandL
differentLintegralLapproximations[LJournaliofiChemicaliPhysicsXL2010XLbddXLceebah 3.9 27

90 zdentificationLofLdynamicalLhingeLpointsLofLtheLLbLligaseLmolecularLswitch[LRnaXL2010XLbgXLhgjZia 5.8 6

89 vxocyclicLdeoxyadenosineLadductsLofLbXcXdXeZdiepoxybutanekLsynthesisXLstructuralLelucidationXLandL
mechanisticLstudies[LChemicaliResearchiiniToxicologyXL2010XLcdXLbbiZdd 4 34

88 tomputationalLmutagenesisLstudiesLofLhammerheadLribozymeLcatalysis[LJournaliofitheiAmericani
ChemicaliSocietyXL2010XLbdcXLbdfafZbi 16.4 17

87 öolecularLdynamicsLsimulationLofLbovineLpancreaticLribonucleaseLrZtprLandLtransitionLstateZlikeL
complexes[LJournaliofiPhysicaliChemistryiBXL2010XLbbeXLhdhbZic 3.4 20

86 rccurateLprotonLaffinityLandLgasZphaseLbasicityLvaluesLforLmoleculesLimportantLinLbiocatalysis[L
JournaliofiPhysicaliChemistryiBXL2010XLbbeXLbdjbbZcb 3.4 105

85 tyrRöökLtheLbiomolecularLsimulationLprogram[LJournaliofiComputationaliChemistryXL2009XLdaXLbfefZgbe3.5 5515

84 uensityLwunctionalLStudyLofLtheLznfluenceLofLtfLtytosineLSubstitutionLinLsaseLPairsLwithLxuanine[L
TheoreticaliChemistryiAccountsXL2009XLbccXLbhjZbii 1.9 17

83 ThresholdLoccupancyLandLspecificLcationLbindingLmodesLinLtheLhammerheadLribozymeLactiveLsiteL
areLrequiredLforLactiveLconformation[LJournaliofiMoleculariBiologyXL2009XLdiiXLbjfZcag 6.5 38

82 UnravelingLtheLöechanismsLofLRibozymeLtatalysisLwithLöultiscaleLSimulations[LChallengesiandi
AdvancesiiniComputationaliChemistryiandiPhysicsXL2009XLdhhZeai 0.7 1

81 SphericalLtensorLgradientLoperatorLmethodLforLintegralLrotationkLaLsimpleXLefficientXLandLextendableL
alternativeLtoLSlaterZ osterLtables[LJournaliofiChemicaliPhysicsXL2008XLbcjXLabgbac 3.9 5

80
uescriptionLofLphosphateLhydrolysisLreactionsLwithLtheLSelfZtonsistentZthargeL
uensityZwunctionalZTightZsindingLTSttZuwTsULtheory[Lb[LParameterization[LJournaliofiChemicali
TheoryiandiComputationXL2008XLeXLcaghZcaie

6.4 76

(2008-2012)
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79 RoleLofLögcWLinLhammerheadLribozymeLcatalysisLfromLmolecularLsimulation[LJournaliofithei
AmericaniChemicaliSocietyXL2008XLbdaXLdafdZge 16.4 93

78 QuantumLmechanical]molecularLmechanicalLsimulationLstudyLofLtheLmechanismLofLhairpinLribozymeL
catalysis[LJournaliofitheiAmericaniChemicaliSocietyXL2008XLbdaXLegiaZjb 16.4 74

77 −riginLofLmutationalLeffectsLatLtheLtdLandLxiLpositionsLonLhammerheadLribozymeLcatalysisLfromL
molecularLdynamicsLsimulations[LJournaliofitheiAmericaniChemicaliSocietyXL2008XLbdaXLhbgiZj 16.4 17

76 tontractedLauxiliaryLxaussianLbasisLintegralLandLderivativeLevaluation[LJournaliofiChemicaliPhysicsXL
2008XLbciXLagebae 3.9 19

75 vlectrostaticLinteractionsLinLtheLhairpinLribozymeLaccountLforLtheLmajorityLofLtheLrateLaccelerationL
withoutLchemicalLparticipationLbyLnucleobases[LRnaXL2008XLbeXLbfabZh 5.8 44

74 vxtensionLofLadaptiveLtreeLcodeLandLfastLmultipoleLmethodsLtoLhighLangularLmomentumLparticleL
chargeLdensities[LJournaliofiComputationaliChemistryXL2008XLcjXLbijfZjae 3.5 15

73 SolventLstructureLandLhammerheadLribozymeLcatalysis[LChemistryiandiBiologyXL2008XLbfXLddcZec 92

72
vxtensionLofLtheLselfZconsistentZchargeLdensityZfunctionalLtightZbindingLmethodkLthirdZorderL
expansionLofLtheLdensityLfunctionalLtheoryLtotalLenergyLandLintroductionLofLaLmodifiedLeffectiveL
coulombLinteraction[LJournaliofiPhysicaliChemistryiAXL2007XLbbbXLbaigbZhd

2.8 221

71 SpecificLReactionLParametrizationLofLtheLröb]dLyamiltonianLforLPhosphorylLTransferLReactionskLLyXL
−XLandLPLrtoms[LJournaliofiChemicaliTheoryiandiComputationXL2007XLdXLeigZfae 6.4 131

70 znsightLintoLtheLroleLofLögLinLhammerheadLribozymeLcatalysisLfromLXZrayLcrystallographyLandL
molecularLdynamicsLsimulation[LJournaliofiChemicaliTheoryiandiComputationXL2007XLdXLdcfZdch 6.4 37

69 tyrRööLforceLfieldLparametersLforLsimulationLofLreactiveLintermediatesLinLnativeLandL
thioZsubstitutedLribozymes[LJournaliofiComputationaliChemistryXL2007XLciXLejfZfah 3.5 38

68
thargeZdependentLmodelLforLmanyZbodyLpolarizationXLexchangeXLandLdispersionLinteractionsLinL
hybridLquantumLmechanical]molecularLmechanicalLcalculations[LJournaliofiChemicaliPhysicsXL2007XL
bchXLbjebab

3.9 53

67 rLchargeZscalingLimplementationLofLtheLvariationalLelectrostaticLprojectionLmethod[LJournaliofi
ComputationaliChemistryXL2006XLchXLbadZbf 3.5 9

66 vnzymeLdynamicsLandLtunnelingLenhancedLbyLcompressionLinLtheLhydrogenLabstractionLcatalyzedL
byLsoybeanLlipoxygenaseZb[LJournaliofiPhysicaliChemistryiBXL2006XLbbaXLcehaiZbj 3.4 49

65 üucleophilicLattackLonLphosphateLdiesterskLaLdensityLfunctionalLstudyLofLinZlineLreactivityLinL
dianionicXLmonoanionicXLandLneutralLsystems[LJournaliofiPhysicaliChemistryiBXL2006XLbbaXLbbfcfZdj 3.4 66

64 üormalLmodesLofLredoxZactiveLtyrosinekLconformationLdependenceLandLcomparisonLtoLexperiment[L
JournaliofiPhysicaliChemistryiBXL2006XLbbaXLbajhaZib 3.4 31

63
öultilevelLandLdensityLfunctionalLelectronicLstructureLcalculationsLofLprotonLaffinitiesLandL
gasZphaseLbasicitiesLinvolvedLinLbiologicalLphosphorylLtransfer[LJournaliofiPhysicaliChemistryiAXL2006
XLbbaXLhjbZh

2.8 17

62 QtRürLb[akLaLdatabaseLofLquantumLcalculationsLforLRürLcatalysis[LJournaliofiMoleculariGraphicsiandi
ModellingXL2006XLcfXLecdZdd 2.8 25
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61 TransesterificationLthioLeffectsLofLphosphateLdiesterskLfreeLenergyLbarriersLandLkineticLandL
equilibriumLisotopeLeffectsLfromLdensityZfunctionalLtheory[LBiochemistryXL2006XLefXLbaaedZfd 3.2 64

60 TheLcontributionLofLphosphateZphosphateLrepulsionsLtoLtheLfreeLenergyLofLuürLbending[LNucleici
AcidsiResearchXL2005XLddXLbcfhZgi 20.1 30

59  ineticLisotopeLeffectsLonLthioZsubstitutedLbiologicalLphosphorylLtransferLreactionsLfromL
densityZfunctionalLtheory[LChemicaliCommunicationsXL2005XLdjajZbb 5.8 17

58 rnLvfficientLLinearZScalingLvwaldLöethodLforLLongZRangeLvlectrostaticLznteractionsLinLtombinedL
Qö]ööLtalculations[LJournaliofiChemicaliTheoryiandiComputationXL2005XLbXLcZbd 6.4 217

57 SmoothLsolvationLmethodLforLdZorbitalLsemiempiricalLcalculationsLofLbiologicalLreactions[Lb[L
zmplementation[LJournaliofiPhysicaliChemistryiBXL2005XLbajXLjhjjZiaj 3.4 30

56
uensityLfunctionalLstudyLofLtheLinZlineLmechanismLofLmethanolysisLofLcyclicLphosphateLandL
thiophosphateLestersLinLsolutionkLinsightLintoLthioLeffectsLinLRürLtransesterification[LJournaliofi
PhysicaliChemistryiBXL2005XLbajXLbjjihZcaaad

3.4 33

55 rLSemiempiricalLQuantumLöodelLforLyydrogenZsondedLüucleicLrcidLsaseLPairs[LJournaliofiChemicali
TheoryiandiComputationXL2005XLbXLbchfZif 6.4 42

54
VariationalLelectrostaticLprojectionLTVvPULmethodsLforLefficientLmodelingLofLtheLmacromolecularL
electrostaticLandLsolvationLenvironmentLinLactivatedLdynamicsLsimulations[LJournaliofiPhysicali
ChemistryiBXL2005XLbajXLfdgZfg

3.4 25

53 senchmarkLcalculationsLofLprotonLaffinitiesLandLgasZphaseLbasicitiesLofLmoleculesLimportantLinLtheL
studyLofLbiologicalLphosphorylLtransfer[LPhysicaliChemistryiChemicaliPhysicsXL2005XLhXLdahaZj 3.6 72

52
SmoothLsolvationLmethodLforLdZorbitalLsemiempiricalLcalculationsLofLbiologicalLreactions[Lc[L
rpplicationLtoLtransphosphorylationLthioLeffectsLinLsolution[LJournaliofiPhysicaliChemistryiBXL2005XL
bajXLjibaZh

3.4 18

51
TheoreticalLstudiesLofLdissociativeLphosphorylLtransferLinLinterconversionLofLphosphoenolpyruvateL
toLphosphonopyruvatekLsolventLeffectsXLthioLeffectsXLandLimplicationsLforLenzymaticLreactions[L
JournaliofiPhysicaliChemistryiBXL2005XLbajXLbdichZde

3.4 18

50 SolventLpolarizationLandLkineticLisotopeLeffectsLinLnitroethaneLdeprotonationLandLimplicationsLtoL
theLnitroalkaneLoxidaseLreaction[LJournaliofitheiAmericaniChemicaliSocietyXL2005XLbchXLbgdheZf 16.4 50

49 TheoreticalLmethodsLthatLhelpLunderstandingLtheLstructureLandLreactivityLofLgasLphaseLions[L
InternationaliJournaliofiMassiSpectrometryXL2005XLceaXLdhZjj 1.9 95

48 PseudorotationLbarriersLofLbiologicalLoxyphosphoraneskLaLchallengeLforLsimulationsLofLribozymeL
catalysis[LChemistryiyiAiEuropeaniJournalXL2005XLbbXLcaibZjd 4.8 51

47 vllipticitykLaLconvenientLtoolLtoLcharacterizeLelectrocyclicLreactions[LChemistryiyiAiEuropeaniJournalXL
2005XLbbXLbhdeZi 4.8 64

46 yighZorderLdiscretizationLschemesLforLbiochemicalLapplicationsLofLboundaryLelementLsolvationLandL
variationalLelectrostaticLprojectionLmethods[LJournaliofiChemicaliPhysicsXL2005XLbccXLbjebba 3.9 14

45 zmprovementLofLsemiempiricalLresponseLpropertiesLwithLchargeZdependentLresponseLdensity[L
JournaliofiChemicaliPhysicsXL2005XLbcdXLbgebai 3.9 49

44 uesignLandLapplicationLofLaLmulticoefficientLcorrelationLmethodLforLdispersionLinteractions[LJournali
ofiChemicaliPhysicsXL2004XLbcaXLfjaZgac 3.9 7
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43
öanyZbodyLforceLfieldLmodelsLbasedLsolelyLonLpairwiseLtoulombLscreeningLdoLnotLsimultaneouslyL
reproduceLcorrectLgasZphaseLandLcondensedZphaseLpolarizabilityLlimits[LJournaliofiChemicaliPhysicsXL
2004XLbcaXLjjadZg

3.9 59

42
tompleteLbasisLsetLextrapolatedLpotentialLenergyXLdipoleXLandLpolarizabilityLsurfacesLofLalkaliLhalideL
ionZneutralLweaklyLavoidedLcrossingsLwithLandLwithoutLappliedLelectricLfields[LJournaliofiChemicali
PhysicsXL2004XLbcaXLhjdjZei

3.9 27

41 StructureLandLbindingLofLögTzzULionsLandLdiZmetalLbridgeLcomplexesLwithLbiologicalLphosphatesLandL
phosphoranes[LJournaliofiBiologicaliInorganiciChemistryXL2004XLjXLiahZbh 3.7 27

40 QuantumLdescriptorsLforLbiologicalLmacromoleculesLfromLlinearZscalingLelectronicLstructureL
methods[LProteins:iStructurexiFunctioniandiBioinformaticsXL2004XLfgXLhceZdh 4.2 46

39 yighZlevelLabLinitioLmethodsLforLcalculationLofLpotentialLenergyLsurfacesLofLvanLderLWaalsL
complexes[LInternationaliJournaliofiQuantumiChemistryXL2004XLjiXLdiiZeai 2.1 33

38 PseudorotationLofLnaturalLandLchemicallyLmodifiedLbiologicalLphosphoraneskLimplicationsLforLRürL
catalysis[LChemPhysChemXL2004XLfXLbaefZj 3.2 29

37 PseudorotationLofLüaturalLandLthemicallyLöodifiedLsiologicalLPhosphoraneskLzmplicationsLforLRürL
tatalysis[LChemPhysChemXL2004XLfXLbcggZbcgg 3.2 1

36 TheLstructureLandLstabilityLofLbiologicalLmetaphosphateXLphosphateXLandLphosphoraneLcompoundsL
inLtheLgasLphaseLandLinLsolution[LJournaliofitheiAmericaniChemicaliSocietyXL2004XLbcgXLbgfeZgf 16.4 92

35 yybridLQö]ööLstudyLofLthioLeffectsLinLtransphosphorylationLreactionskLtheLroleLofLsolvation[L
JournaliofitheiAmericaniChemicaliSocietyXL2004XLbcgXLhfaeZbd 16.4 54

34 TheoreticalLstudyLofLtheLvinylLalleneLoxideLtoLcyclopentZcZenZbZoneLrearrangementkLmechanismXL
torquoselectivityLandLsolventLeffects[LJournaliofiOrganiciChemistryXL2004XLgjXLdgdfZee 4.2 35

33 ParameterizationLofLsemiempiricalLmethodsLtoLtreatLnucleophilicLattacksLtoLbiologicalLphosphateskL
röb]dLparametersLforLphosphorus[LTheoreticaliChemistryiAccountsXL2003XLbajXLbejZbfj 1.9 37

32 wastLapproximateLmethodsLforLcalculatingLnucleicLacidLbaseLpairLinteractionLenergies[LJournaliofi
ComputationaliChemistryXL2003XLceXLfhZgh 3.5 30

31 znsightsLintoLtheLregioselectivityLandLRürZbindingLaffinityLofLyzVZbLnucleocapsidLproteinLfromL
linearZscalingLquantumLmethods[LJournaliofiMoleculariBiologyXL2003XLddaXLjjdZbaae 6.5 36

30 vxaminationLofLtheLcorrelationLenergyLandLsecondLvirialLcoefficientsLfromLaccurateLabLinitioL
calculationsLofLrareZgasLdimers[LJournaliofiChemicaliPhysicsXL2003XLbbjXLcgbiZcgcc 3.9 27

29 yybridLQö]ööLstudyLofLthioLeffectsLinLtransphosphorylationLreactions[LJournaliofitheiAmericani
ChemicaliSocietyXL2003XLbcfXLhbhiZj 16.4 69

28
TimeZdependentLdensityLfunctionalLtheoryLcalculationsLofLmolecularLstaticLandLdynamicL
polarizabilitiesXLcauchyLcoefficientsLandLtheirLanisotropiesLwithLatomicLnumericalLbasisLfunctions[L
ComputationaliandiTheoreticaliChemistryXL2002XLfjbXLcffZcgg

5

27 TheoreticalLstudiesLonLtheLhydrolysisLofLphosphateLdiestersLinLtheLgasLphaseXLsolutionXLandLRüaseLr[L
InternationaliJournaliofiQuantumiChemistryXL2002XLigXLbaZcg 2.1 40

26 QuantumLöechanicalLtharacterizationLofLüucleicLrcidsLinLSolutionk´ LrLLinearZScalingLStudyLofL
thargeLwluctuationsLinLuürLandLRür[LJournaliofiPhysicaliChemistryiBXL2002XLbagXLhgjdZhhad 3.4 19
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25 SpectroscopicLpropertiesLofLtyrosylLradicalsLinLdipeptides[LJournaliofitheiAmericaniChemicaliSocietyXL
2002XLbceXLfejgZfaf 16.4 46

24 vlectronicLstructureLpropertiesLofLsolvatedLbiomoleculeskLrLquantumLapproachLforLmacromolecularL
characterization[LJournaliofiComputationaliChemistryXL2000XLcbXLbfgcZbfhb 3.5 18

23 rLSmoothLSolvationLPotentialLsasedLonLtheLtonductorZLikeLScreeningLöodel[LJournaliofiPhysicali
ChemistryiAXL1999XLbadXLbbagaZbbahj 2.8 306

22 QuantumLöechanicalLTreatmentLofLsiologicalLöacromoleculesLinLSolutionLUsingLLinearZScalingL
vlectronicLStructureLöethods[LPhysicaliReviewiLettersXL1998XLiaXLfabbZfabe 7.4 63

21 rpplicationLofLLinearZScalingLvlectronicLStructureLöethodsLtoLtheLStudyLofLPolarizationLofLProteinsL
andLuürLinLSolution[LACSiSymposiumiSeriesXL1998XLchfZcih 0.4 2

20 QuantumLöechanicalLStudyLofLrqueousLPolarizationLvffectsLonLsiologicalLöacromolecules[LJournali
ofitheiAmericaniChemicaliSocietyXL1996XLbbiXLbajeaZbajeb 16.4 54

19 uensityZwunctionalLStudyLofLtheLxeometriesXLStabilitiesXLandLsondLvnergiesLofLxroupLzzzâ��VLTbdâ��bfUL
wourZöemberedZRingLtompounds[LJournaliofitheiAmericaniChemicaliSocietyXL1996XLbbiXLfhdcZfhdg 16.4 16

18 ParameterizationLandLefficientLimplementationLofLaLsolventLmodelLforLlinearZscalingLsemiempiricalL
quantumLmechanicalLcalculationsLofLbiologicalLmacromolecules[LChemicaliPhysicsiLettersXL1996XLcgdXLcjhZdae2.5 45

17 rLchemicalLpotentialLequalizationLmethodLforLmolecularLsimulations[LJournaliofiChemicaliPhysicsXL
1996XLbaeXLbfjZbhc 3.9 201

16 LinearZscalingLsemiempiricalLquantumLcalculationsLforLmacromolecules[LJournaliofiChemicaliPhysicsXL
1996XLbafXLcheeZchfa 3.9 155

15 rLgeneralizedLformulationLofLelectronegativityLequalizationLfromLdensityZfunctionalLtheory[L
InternationaliJournaliofiQuantumiChemistryXL1995XLfgXLdifZdje 2.1 11

14 rLnewLdefinitionLofLatomicLchargesLbasedLonLaLvariationalLprincipleLforLtheLelectrostaticLpotentialL
energy[LJournaliofiChemicaliPhysicsXL1995XLbacXLhfejZhffg 3.9 13

13 TowardLtheLrccurateLöodelingLofLuürkLTheLzmportanceLofLLongZRangeLvlectrostatics[LJournaliofi
theiAmericaniChemicaliSocietyXL1995XLbbhXLfaabZfaac 16.4 162

12 TheLvffectLofLyydrostaticLPressureLonLProteinLtrystalsLznvestigatedLbyLöolecularLSimulation[L
JerusalemiSymposiaioniQuantumiChemistryiandiBiochemistryXL1995XLcadZcbf

11 uensityZfunctionalLcalculationsLofLtheLstructureLandLstabilityLofLtcea[LPhysicaliReviewiBXL1994XLejXLifcgZifci3.3 50

10 TheLfastLwourierLPoissonLmethodLforLcalculatingLvwaldLsums[LJournaliofiChemicaliPhysicsXL1994XLbabXLdcjiZddaa3.9 98

9 rtomicZlevelLaccuracyLinLsimulationsLofLlargeLproteinLcrystals[LProceedingsiofitheiNationaliAcademyi
ofiSciencesiofitheiUnitediStatesiofiAmericaXL1994XLjbXLihbfZi 11.5 164

8 ParticleLmeshLvwaldkLrnLüplogTüULmethodLforLvwaldLsumsLinLlargeLsystems[LJournaliofiChemicali
PhysicsXL1993XLjiXLbaaijZbaajc 3.9 19280
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7 TheLeffectLofLlongZrangeLelectrostaticLinteractionsLinLsimulationsLofLmacromolecularLcrystalskLrL
comparisonLofLtheLvwaldLandLtruncatedLlistLmethods[LJournaliofiChemicaliPhysicsXL1993XLjjXLidefZidei 3.9 498

6 TheLinteractionLofLüaTzUXLtaTzzUXLandLögTzzULmetalLionsLwithLduplexLuürkLrLtheoreticalLmodelingL
study[LInternationaliJournaliofiQuantumiChemistryXL1992XLeeXLbefZbgg 2.1 13

5 üewLQö]ööLöodelsLforLöultiscaleLSimulationLofLPhosphorylLTransferLReactionsLinLSolutioncabZcbi 1

4 znquiryZsasedLrctivitiesLandLxamesLThatLvngageLStudentsLinLLearningLrtomicL−rbitals[LJournaliofi
ChemicaliEducationX 2.4 1

3 −nlineL−rbitalLvxplorerLandLsing−rbitalLxameLforLznquiryZsasedLrctivities[LJournaliofiChemicali
EducationX 2.4 1

2 wreeLvnergyLöethodsLinLurugLuiscoveryâ��zntroduction[LACSiSymposiumiSeriesXbZdi 0.4 3

1 RobustXLvfficientLandLrutomatedLöethodsLforLrccurateLPredictionLofLProteinZLigandLsindingL
rffinitiesLinLrösvRLurugLuiscoveryLsoost[LACSiSymposiumiSeriesXbgbZcae 0.4 1
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