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169 SystematicJimprovementJofJaJclassicalJmolecularJmodelJofJwaterXJJournalgofgPhysicalgChemistrygBVJ
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thegUnitedgStatesgofgAmericaVJ2006VJaZcVJgigcWg 11.5 201

167 TheJstructureJofJambientJwaterXJMoleculargPhysicsVJ2010VJaZhVJadaeWadcc 1.7 183

166 WaterJstructureJasJaJfunctionJofJtemperatureJfromJXWrayJscatteringJexperimentsJandJabJinitioJ
molecularJdynamicsXJPhysicalgChemistrygChemicalgPhysicsVJ2003VJeVJaiha 3.6 173

165 RepresentabilityJproblemsJforJcoarseWgrainedJwaterJpotentialsXJJournalgofgChemicalgPhysicsVJ2007VJ
abfVJaddeZi 3.9 172

164 uxcitationJenergyJtransferJinJcondensedJmediaXJJournalgofgChemicalgPhysicsVJ2001VJaadVJcZfeWcZgb 3.9 166

163 xydrationJdynamicsJnearJaJmodelJproteinJsurfaceXJBiophysicalgJournalVJ2004VJhfVJahebWfb 2.9 160

162 ToyJmodelJforJproteinJfoldingXJPhysicalgReviewgEVJ1993VJdhVJadfiWadgg 2.4 156

161 SmallWangleJscatteringJandJtheJstructureJofJambientJliquidJwaterXJProceedingsgofgthegNationalg
AcademygofgSciencesgofgthegUnitedgStatesgofgAmericaVJ2010VJaZgVJadZZcWg 11.5 153

Teresa Head-Gordon

2



160 RevisedJParametersJforJtheJqβOurqJPolarizableJqtomicJβultipoleJWaterJβodelXJJournalgofg
PhysicalgChemistrygBVJ2015VJaaiVJidbcWidcg 3.4 149

159 ruildingJaJβoreJPredictiveJProteinJvorceJvieldjJqJSystematicJandJReproducibleJRouteJtoJ
qβruRWvraeXJJournalgofgPhysicalgChemistrygBVJ2017VJabaVJdZbcWdZci 3.4 147

158 StructureJandJdynamicsJofJtheJqbetaRbaWcZSJpeptideJfromJtheJinterplayJofJNβRJexperimentsJandJ
molecularJsimulationsXJJournalgofgthegAmericangChemicalgSocietyVJ2008VJacZVJfadeWeh 16.4 142

157 OptimizingJProteinWSolventJvorceJvieldsJtoJReproduceJyntrinsicJsonformationalJPreferencesJofJ
βodelJPeptidesXJJournalgofgChemicalgTheorygandgComputationVJ2011VJgVJabbZWcZ 6.4 127

156 NewJdevelopmentsJinJforceJfieldsJforJbiomolecularJsimulationsXJCurrentgOpiniongingStructuralg
BiologyVJ2018VJdiVJabiWach 8.1 118

155 OptimizingJsoluteWwaterJvanJderJWaalsJinteractionsJtoJreproduceJsolvationJfreeJenergiesXJJournalgofg
PhysicalgChemistrygBVJ2012VJaafVJdebdWcd 3.4 116

154 βinimalistJmodelsJforJproteinJfoldingJandJdesignXJCurrentgOpiniongingStructuralgBiologyVJ2003VJacVJafZWg 8.1 116

153 SoftwareJforJtheJfrontiersJofJquantumJchemistryjJqnJoverviewJofJdevelopmentsJinJtheJQWshemJeJ
packageXJJournalgofgChemicalgPhysicsVJ2021VJaeeVJZhdhZa 3.9 115

152 tifferencesJinJ˛†WstrandJpopulationsJofJmonomericJq˛†dZJandJq˛†dbXJBiophysicalgJournalVJ2013VJaZdVJbgadWbd 2.9 114

151 xomogeneousJandJheterogeneousJtertiaryJstructureJensemblesJofJamyloidW˛†JpeptidesXJ
BiochemistryVJ2011VJeZVJgfabWbh 3.2 114

150 βolecularJviewJofJwaterJdynamicsJnearJmodelJpeptidesXJJournalgofgPhysicalgChemistrygBVJ2005VJaZiVJabiffWge3.4 114

149 soarseWgrainedJsequencesJforJproteinJfoldingJandJdesignXJProceedingsgofgthegNationalgAcademygofg
SciencesgofgthegUnitedgStatesgofgAmericaVJ2003VJaZZVJaZgabWg 11.5 102

148 vindingJOurJWayJinJtheJtarkJProteomeXJJournalgofgthegAmericangChemicalgSocietyVJ2016VJachVJigcZWdb 16.4 93

147 somputationalJoptimizationJofJelectricJfieldsJforJbetterJcatalysisJdesignXJNaturegCatalysisVJ2018VJaVJfdiWfee36.5 93

146 sollectiveJaspectsJofJproteinJfoldingJillustratedJbyJaJtoyJmodelXJPhysicalgReviewgEVJ1995VJebVJbhgbWbhgg 2.4 90

145 teterminingJtheJRoleJofJxydrationJvorcesJinJProteinJvoldingXJJournalgofgPhysicalgChemistrygBVJ1999VJ
aZcVJedacWedbf 3.4 86

144 teterminingJtheJcriticalJnucleusJandJmechanismJofJfibrilJelongationJofJtheJqlzheimerQsJqbetaRaWdZSJ
peptideXJJournalgofgMoleculargBiologyVJ2007VJcfeVJeceWeZ 6.5 81

143 somputationalJtesignJofJSyntheticJunzymesXJChemicalgReviewsVJ2019VJaaiVJffacWffcZ 68.1 79
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142 StabilizationJofJxelixesJinJwlycineJandJqlanineJtipeptidesJinJaJReactionJvieldJβodelJofJSolventXJ
JournalgofgthegAmericangChemicalgSocietyVJ1994VJaafVJaebhWaecb 16.4 76

141 qdvancedJPotentialJunergyJSurfacesJforJβolecularJSimulationXJJournalgofgPhysicalgChemistrygBVJ2016VJ
abZVJihaaWcb 3.4 66

140 ufficientJderivationJofJcorticalJglutamatergicJneuronsJfromJhumanJpluripotentJstemJcellsjJaJmodelJ
systemJtoJstudyJneurotoxicityJinJqlzheimerQsJdiseaseXJNeurobiologygofgDiseaseVJ2014VJfbVJfbWgb 7.5 65

139 UseJofJtheJrVVaZJNonlocalJsorrelationJvunctionalJinJtheJrigβWVJtensityJvunctionaljJtefiningJ
rigβWrVJandJRelatedJvunctionalsXJJournalgofgPhysicalgChemistrygLettersVJ2017VJhVJceWdZ 6.4 62

138 qssessingJyonWWaterJynteractionsJinJtheJqβOurqJvorceJvieldJUsingJunergyJtecompositionJqnalysisJ
ofJulectronicJStructureJsalculationsXJJournalgofgChemicalgTheorygandgComputationVJ2016VJabVJedbbWedcg 6.4 62

137 molecularJdynamicsJsimulationsJofJliquidJwaterJusingJhighJqualityJmetaWwwqJfunctionalsXJChemicalg
ScienceVJ2017VJhVJceedWcefe 9.4 60

136 uxperimentalJynferentialJStructureJteterminationJofJunsemblesJforJyntrinsicallyJtisorderedJ
ProteinsXJJournalgofgthegAmericangChemicalgSocietyVJ2016VJachVJdecZWh 16.4 52

135 TheJinfluenceJofJproteinJdynamicsJonJtheJsuccessJofJcomputationalJenzymeJdesignXJJournalgofgtheg
AmericangChemicalgSocietyVJ2009VJacaVJadaaaWe 16.4 52

134 xydrationJwaterJdynamicsJnearJbiologicalJinterfacesXJJournalgofgPhysicalgChemistrygBVJ2009VJaacVJdZhbWib3.4 51

133 uvidenceJforJqnomalousJxydrationJtynamicsJnearJaJβodelJxydrophobicJPeptideâ� XJJournalgofg
PhysicalgChemistrygBVJ2004VJaZhVJaihheWaihic 3.4 51

132 qdvancedJpotentialJenergyJsurfacesJforJcondensedJphaseJsimulationXJAnnualgReviewgofgPhysicalg
ChemistryVJ2014VJfeVJadiWgd 15.7 50

131 ProtofibrilJassembliesJofJtheJarcticVJtutchVJandJvlemishJmutantsJofJtheJqlzheimerQsJqbetaaWdZJ
peptideXJBiophysicalgJournalVJ2008VJidVJbZZgWaf 2.9 50

130 soolJwalkingjJaJnewJβarkovJchainJβonteJsarloJsamplingJmethodXJJournalgofgComputationalg
ChemistryVJ2003VJbdVJfhWgf 3.5 49

129 PerspectivejJsomputationalJchemistryJsoftwareJandJitsJadvancementJasJillustratedJthroughJthreeJ
grandJchallengeJcasesJforJmolecularJscienceXJJournalgofgChemicalgPhysicsVJ2018VJadiVJahZiZa 3.9 49

128 qnJefficientJandJstableJhybridJextendedJ·agrangianYselfWconsistentJfieldJschemeJforJsolvingJ
classicalJmutualJinductionXJJournalgofgChemicalgPhysicsVJ2015VJadcVJagdaZd 3.9 45

127 uffectsJofJcoWsolventsJonJpeptideJhydrationJwaterJstructureJandJdynamicsXJPhysicalgChemistryg
ChemicalgPhysicsVJ2010VJabVJcicWdZe 3.6 45

126 TheJQuestJforJqccurateJ·iquidJWaterJPropertiesJfromJvirstJPrinciplesXJJournalgofgPhysicalgChemistryg
LettersVJ2018VJiVJeZZiWeZaf 6.4 44

125 somparisonJofJstructureJdeterminationJmethodsJforJintrinsicallyJdisorderedJamyloidW˛†JpeptidesXJ
JournalgofgPhysicalgChemistrygBVJ2014VJaahVJfdZeWaf 3.4 44
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124 SolvationJinJmodifiedJwaterJmodelsjJtowardsJunderstandingJhydrophobicJeffectsXJMoleculargPhysicsVJ
2006VJaZdVJceicWcfZe 1.7 44

123 TowardJminimalistJmodelsJofJlargerJproteinsjJqJubiquitinWlikeJproteinXJProteins:gStructurevgFunctiong
andgBioinformaticsVJ2002VJdfVJcfhWcgi 4.2 44

122 βatchingJsimulationJandJexperimentjJaJnewJsimplifiedJmodelJforJsimulatingJproteinJfoldingXJJournalg
ofgComputationalgBiologyVJ2000VJgVJdfiWha 1.7 44

121 qJcoarseWgrainedJalphaWcarbonJproteinJmodelJwithJanisotropicJhydrogenWbondingXJProteins:g
StructurevgFunctiongandgBioinformaticsVJ2008VJgZVJfbfWch 4.2 43

120 ynfluenceJofJdenaturedJandJintermediateJstatesJofJfoldingJonJproteinJaggregationXJProteingScienceVJ
2005VJadVJiicWaZZc 6.3 42

119 xydrophobicJpotentialJofJmeanJforceJasJaJsolvationJfunctionJforJproteinJstructureJpredictionXJ
StructureVJ2007VJaeVJgbgWdZ 5.2 41

118 yntermediatesJandJtheJfoldingJofJproteinsJ·JandJwXJProteingScienceVJ2004VJacVJiehWgZ 6.3 41

117 sonformationalJunsemblesJofJanJyntrinsicallyJtisorderedJProteinJsonsistentJwithJNβRVJSqXSVJandJ
SingleWβoleculeJvRuTXJJournalgofgthegAmericangChemicalgSocietyVJ2020VJadbVJaefigWaegaZ 16.4 41

116 TyN†TuPjJqJfullyJselfWconsistentVJmutuallyJpolarizableJQβYββJapproachJbasedJonJtheJqβOurqJ
forceJfieldXJJournalgofgChemicalgPhysicsVJ2016VJadeVJabdaZf 3.9 38

115 somputationalJOptimizationJofJulectricJvieldsJforJymprovingJsatalysisJofJaJtesignedJ†empJ
uliminaseXJACSgCatalysisVJ2018VJhVJbaiWbbg 13.1 38

114 TheJymportanceJofJtheJScaffoldJforJdeJNovoJunzymesjJqJsaseJStudyJwithJ†empJuliminaseXJJournalgofg
thegAmericangChemicalgSocietyVJ2017VJaciVJegicWehZZ 16.4 37

113 qqueousJpeptidesJasJexperimentalJmodelsJforJhydrationJwaterJdynamicsJnearJproteinJsurfacesXJ
PhysicalgChemistrygChemicalgPhysicsVJ2008VJaZVJdiZcWh 3.6 36

112 PerturbationalJviewJofJinherentJstructuresJinJwaterXJPhysicalgReviewgEVJ1993VJdgVJbdhdWbdiZ 2.4 36

111 uxploringJtheJrichJenergyJlandscapeJofJsulfateWwaterJclustersJSOdRbWSJRxbOSRnmcWgSjJanJelectronicJ
structureJapproachXJJournalgofgPhysicalgChemistrygAVJ2011VJaaeVJaadchWed 2.8 35

110 tielectricJrelaxationJofJaqueousJsolutionsJofJhydrophilicJversusJamphiphilicJpeptidesXJJournalgofg
PhysicalgChemistrygBVJ2008VJaabVJagiWhf 3.4 35

109 TheJroleJofJelectrostaticsJinJtheJbindingJofJsmallJligandsJtoJenzymesXJThegJournalgofgPhysicalg
ChemistryVJ1987VJiaVJccdbWccdi 35

108 sonsequencesJofJchainJnetworksJonJthermodynamicVJdielectricJandJstructuralJpropertiesJforJliquidJ
waterXJPhysicalgChemistrygChemicalgPhysicsVJ2007VJiVJhcWia 3.6 34

107 soexistenceJofJβultilayeredJPhasesJofJsonfinedJWaterjJTheJymportanceJofJvlexibleJsonfiningJ
SurfacesXJACSgNanoVJ2018VJabVJddhWded 16.7 33
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106
qssessingJmanyWbodyJcontributionsJtoJintermolecularJinteractionsJofJtheJqβOurqJforceJfieldJusingJ
energyJdecompositionJanalysisJofJelectronicJstructureJcalculationsXJJournalgofgChemicalgPhysicsVJ
2017VJadgVJafagba

3.9 31

105 uvidenceJofJfunctionalJproteinJdynamicsJfromJXWrayJcrystallographicJensemblesXJPLoSg
ComputationalgBiologyVJ2010VJfVJeaZZZiaa 5 31

104 qssessingJthermodynamicWdynamicJrelationshipsJforJwaterlikeJliquidsXJJournalgofgChemicalgPhysicsVJ
2009VJacZVJbadeaZ 3.9 31

103 sontrastingJdiseaseJandJnondiseaseJproteinJaggregationJbyJmolecularJsimulationXJAccountsgofg
ChemicalgResearchVJ2008VJdaVJaZcgWdg 24.3 31

102 qJNewJSolventJβodelJforJxydrophobicJqssociationJinJWaterJyXJThermodynamicsXJJournalgofgtheg
AmericangChemicalgSocietyVJ1995VJaagVJeZaWeZg 16.4 31

101 PutJinJbZbajJaJmajorJupdateJofJtheJproteinJensembleJdatabaseJforJintrinsicallyJdisorderedJproteinsXJ
NucleicgAcidsgResearchVJ2021VJdiVJtdZdWtdaa 20.1 31

100 qccurateJslassicalJPolarizationJSolutionJwithJNoJSelfWsonsistentJvieldJyterationsXJJournalgofgPhysicalg
ChemistrygLettersVJ2017VJhVJagadWagbc 6.4 30

99 qdvancedJmodelsJforJwaterJsimulationsXJWileygInterdisciplinarygReviews:gComputationalgMolecularg
ScienceVJ2018VJhVJeacee 7.9 30

98 vluctuationsJofJulectricJvieldsJinJtheJqctiveJSiteJofJtheJunzymeJ†etosteroidJysomeraseXJJournalgofg
thegAmericangChemicalgSocietyVJ2019VJadaVJabdhgWabdib 16.4 29

97 uvolutionJofJtheJpotentialJenergyJlandscapeJwithJstaticJpullingJforceJforJtwoJmodelJproteinsXJ
JournalgofgPhysicalgChemistrygBVJ2012VJaafVJhcidWdaa 3.4 29

96 ·earningJtoJβakeJshemicalJPredictionsjJtheJynterplayJofJveatureJRepresentationVJtataVJandJ
βachineJ·earningJβethodsXJCheMVJ2020VJfVJaebgWaedb 16.2 28

95 tisorderedJstructuralJensemblesJofJvasopressinJandJoxytocinJandJtheirJmutantsXJJournalgofgPhysicalg
ChemistrygBVJ2015VJaaiVJhifWiZe 3.4 28

94 TheJimportanceJofJhydrationJforJtheJkineticsJandJthermodynamicsJofJproteinJfoldingjJsimplifiedJ
latticeJmodelsXJFoldinggogDesignVJ1998VJcVJebcWcd 28

93 SolutionJXWrayJscatteringJasJaJprobeJofJhydrationWdependentJstructuringJofJaqueousJsolutionsXJ
JournalgofgComputergwgAidedgMoleculargDesignVJ1999VJagVJigWaah 28

92 tevelopmentJofJanJqdvancedJvorceJvieldJforJWaterJUsingJVariationalJunergyJtecompositionJ
qnalysisXJJournalgofgChemicalgTheorygandgComputationVJ2019VJaeVJeZZaWeZac 6.4 27

91 ynstantaneousJnormalJmodesJasJanJunforcedJreactionJcoordinateJforJproteinJconformationalJ
transitionsXJBiophysicalgJournalVJ2010VJihVJbcefWfd 2.9 27

90 StructureJandJwaterJdynamicsJofJaqueousJpeptideJsolutionsJinJtheJpresenceJofJcoWsolventsXJPhysicalg
ChemistrygChemicalgPhysicsVJ2010VJabVJchbWib 3.6 27

89 tirectJuxchangeJβechanismJforJynterlayerJyonsJinJNonWSwellingJslaysXJEnvironmentalgSciencegoamp;g
TechnologyVJ2017VJeaVJcicWdZZ 10.3 26
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88 TheJcombinedJforceJfieldWsamplingJproblemJinJsimulationsJofJdisorderedJamyloidW˛†JpeptidesXJ
JournalgofgChemicalgPhysicsVJ2019VJaeZVJaZdaZh 3.9 25

87 qnJqnalyticalJulectrostaticJβodelJforJSaltJScreenedJynteractionsJbetweenJβultipleJProteinsXJJournalg
ofgChemicalgTheorygandgComputationVJ2006VJbVJedaWee 6.4 25

86 ProteinJengineeringJstudyJofJproteinJ·JbyJsimulationXJJournalgofgComputationalgBiologyVJ2002VJiVJceWed 1.7 25

85 qJphysicalJapproachJtoJproteinJstructureJpredictionXJBiophysicalgJournalVJ2002VJhbVJcfWdi 2.9 25

84 qnJefficientJsolventJmodelJforJstudyJofJhydrophobicJphenomenaXJChemicalgPhysicsgLettersVJ1994VJ
bbgVJbaeWbbZ 2.5 25

83 vamilyJofJOxygenWOxygenJRadialJtistributionJvunctionsJforJWaterXJJournalgofgPhysicalgChemistryg
LettersVJ2015VJfVJbichWdc 6.4 24

82 ynterplayJofJwaterJandJaJsupramolecularJcapsuleJforJcatalysisJofJreductiveJeliminationJreactionJfromJ
goldXJNaturegCommunicationsVJ2020VJaaVJdae 17.4 23

81
ulectrostaticsJweneratedJbyJaJSupramolecularJsapsuleJStabilizesJtheJTransitionJStateJforJ
sarbonWsarbonJReductiveJuliminationJfromJwoldRyyySJsomplexXJJournalgofgPhysicalgChemistrygLettersVJ
2018VJiVJchadWchah

6.4 23

80 PerformanceJofJtheJqβOurqJWaterJβodelJinJtheJVicinityJofJQβJSolutesjJqJtiagnosisJUsingJunergyJ
tecompositionJqnalysisXJJournalgofgChemicalgTheorygandgComputationVJ2017VJacVJaifcWaigi 6.4 22

79 PerformanceJofJextendedJ·agrangianJschemesJforJmolecularJdynamicsJsimulationsJwithJclassicalJ
polarizableJforceJfieldsJandJdensityJfunctionalJtheoryXJJournalgofgChemicalgPhysicsVJ2017VJadfVJabdaae 3.9 22

78 qJNewJandJufficientJPoissonWroltzmannJSolverJforJynteractionJofJβultipleJProteinsXJJournalgofg
ChemicalgTheorygandgComputationVJ2010VJfVJbbadWbbbd 6.4 22

77 SeparableJcooperativeJandJlocalizedJtranslationalJmotionsJofJwaterJconfinedJbyJaJchemicallyJ
heterogeneousJenvironmentXJPhysicalgChemistrygChemicalgPhysicsVJ2007VJiVJaifbWga 3.6 22

76 RedesigningJtheJhydrophobicJcoreJofJaJmodelJbetaWsheetJproteinjJdestabilizingJtrapsJthroughJaJ
threadingJapproachXJProteins:gStructurevgFunctiongandgBioinformaticsVJ1999VJcgVJehbWia 4.2 22

75 uxtendedJuxperimentalJynferentialJStructureJteterminationJβethodJinJteterminingJtheJStructuralJ
unsemblesJofJtisorderedJProteinJStatesXJCommunicationsgChemistryVJ2020VJcVJ 6.3 21

74
vromJyntermolecularJynteractionJunergiesJandJObservableJShiftsJtoJsomponentJsontributionsJandJ
rackJqgainjJqJTaleJofJVariationalJunergyJtecompositionJqnalysisXJAnnualgReviewgofgPhysicalg
ChemistryVJ2021VJgbVJfdaWfff

15.7 21

73 ProteinJfoldingJbyJdistributedJcomputingJandJtheJdenaturedJstateJensembleXJProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaVJ2005VJaZbVJaffhdWi 11.5 20

72 qJNewJβethodJforJTreatingJtrudeJPolarizationJinJslassicalJβolecularJSimulationXJJournalgofg
ChemicalgTheorygandgComputationVJ2017VJacVJebZgWebaf 6.4 19

71 TheJroleJofJsideJchainJentropyJandJmutualJinformationJforJimprovingJtheJdeJnovoJdesignJofJ†empJ
eliminasesJ†uZgJandJ†ugZXJPhysicalgChemistrygChemicalgPhysicsVJ2016VJahVJaichfWif 3.6 19
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70 SystematicJOptimizationJofJWaterJβodelsJUsingJ·iquidYVaporJSurfaceJTensionJtataXJJournalgofg
PhysicalgChemistrygBVJ2019VJabcVJgZfaWgZgc 3.4 18

69 xowJhotoJSystematicJconvergenceJofJtheJreplicaJexchangeJmethodJusingJmultipleJreservoirsXJ
JournalgofgComputationalgChemistryVJ2010VJcaVJfbZWg 3.5 18

68 ymprovementsJtoJtheJqβOurqJvorceJvieldJbyJyntroducingJqnisotropicJqtomicJPolarizabilityJofJtheJ
WaterJβoleculeXJJournalgofgChemicalgTheorygandgComputationVJ2018VJadVJfgbbWfgcc 6.4 18

67 βultiresolutionJctWtenseNetJforJshemicalJShiftJPredictionJinJNβRJsrystallographyXJJournalgofg
PhysicalgChemistrygLettersVJ2019VJaZVJdeehWdefe 6.4 17

66 ReliableJproteinJstructureJrefinementJusingJaJphysicalJenergyJfunctionXJJournalgofgComputationalg
ChemistryVJ2011VJcbVJgZiWag 3.5 17

65 sanJelectricJfieldsJdriveJchemistryJforJanJaqueousJmicrodropletoXJNaturegCommunicationsVJ2022VJacVJbhZ 17.4 17

64 tielsWqlderJReactionsJinJWaterJqreJteterminedJbyJβicrosolvationXJNanogLettersVJ2020VJbZVJfZfWfaa 11.5 17

63 RecentJqdvancesJforJymprovingJtheJqccuracyVJTransferabilityVJandJufficiencyJofJReactiveJvorceJ
vieldsXJJournalgofgChemicalgTheorygandgComputationVJ2021VJagVJcbcgWcbea 6.4 17

62 satalyticJPrinciplesJfromJNaturalJunzymesJandJTranslationalJtesignJStrategiesJforJSyntheticJ
satalystsXJACSgCentralgScienceVJ2021VJgVJgbWhZ 16.8 17

61 βechanismJofJNucleationJandJwrowthJofJq˛†dZJvibrilsJfromJqllWqtomJandJsoarseWwrainedJ
SimulationsXJJournalgofgPhysicalgChemistrygBVJ2016VJabZVJabZhhWabZig 3.4 16

60 qutotetectWmNPjJqnJUnsupervisedJβachineJ·earningJqlgorithmJforJqutomatedJqnalysisJofJ
TransmissionJulectronJβicroscopeJymagesJofJβetalJNanoparticlesXJJacsgAuVJ2021VJaVJcafWcbg 16

59 βodeJspecificJTxzJspectraJofJsolvatedJaminoJacidsJusingJtheJqβOurqJpolarizableJforceJfieldXJ
PhysicalgChemistrygChemicalgPhysicsVJ2017VJaiVJeegiWeeiZ 3.6 15

58 qJmonteJcarloJmethodJforJgeneratingJsideJchainJstructuralJensemblesXJStructureVJ2015VJbcVJddWee 5.2 15

57 ulectronicJstructureJcalculationsJpermitJidentificationJofJtheJdrivingJforcesJbehindJfrequencyJshiftsJ
inJtransitionJmetalJmonocarbonylsXJPhysicalgChemistrygChemicalgPhysicsVJ2020VJbbVJghaWgih 3.6 15

56 βutuallyJpolarizableJQβYββJmodelJwithJinJsituJoptimizedJlocalizedJbasisJfunctionsXJJournalgofg
ChemicalgPhysicsVJ2019VJaeZVJZgdaZc 3.9 14

55 umbeddingJq˛†dbJinJheterogeneousJmembranesJdependsJonJcholesterolJasymmetriesXJBiophysicalg
JournalVJ2013VJaZeVJhiiWiaZ 2.9 14

54 SimulatedJphotoelectronJspectraJofJtheJcyanideWwaterJanionJviaJquasiclassicalJmolecularJdynamicsXJ
JournalgofgPhysicalgChemistrygAVJ2011VJaaeVJeibhWce 2.8 14

53 OptimalJneuralJnetworksJforJproteinWstructureJpredictionXJPhysicalgReviewgEVJ1993VJdhVJaeZbWaeae 2.4 14

Teresa Head-Gordon

8
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