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k Paper IF Citations

119 KnowledgeZvasedLUnfoldedLStateLModelLforLProteinLxesignaaLMethodshinhMolecularhBiologyXL2022XL
egchXLgcfZgeg 1.4

118 uLwomputationalLModelLforLtheLPLPZxependentLynzymeLMethionineLZLyaseaaLFrontiershinhMolecularh
BiosciencesXL2022XLmXLllifhl 5.6

117 womputationalLxesignLofLPxZZPeptideLvindingaLMethodshinhMolecularhBiologyXL2021XLeehiXLefkZehh 1.4 1

116 HowLmuchLcanLphysicsLdoLforLproteinLdesignsaLCurrenthOpinionhinhStructuralhBiologyXL2021XLkeXLgiZhg 8.1 1

115 uLphysicsZbasedLenergyLfunctionLallowsLtheLcomputationalLredesignLofLaLPxZLdomainaLScientifich
ReportsXL2020XLdcXLdddhc 4.9 3

114 udaptiveLlandscapeLflatteningLallowsLtheLdesignLofLbothLenzymenLSubstrateLbindingLandLcatalyticL
poweraLPLoShComputationalhBiologyXL2020XLdiXLedcckicc 5 9

113 PhysicsZvasedLwomputationalLProteinLxesignnLunLUpdateaLJournalhofhPhysicalhChemistryhAXL2020XL
degXLdcifkZdcigl 2.8 7

112 HybridLMwbMxLforLproteinLdesignaLJournalhofhChemicalhPhysicsXL2020XLdhfXLchgddf 3.9 2

111 upplicationLofLVariousLMolecularLModellingLMethodsLinLtheLStudyLofLystrogensLandLXenoestrogensaL
InternationalhJournalhofhMolecularhSciencesXL2020XLedXL 6.3 3

110 VariableLNeighborhoodLSearchLwithLwostLzunctionLNetworksLToLSolveLLargeLwomputationalLProteinL
xesignLProblemsaLJournalhofhChemicalhInformationhandhModelingXL2019XLhmXLdekZdfi 6.1 5

109 udaptiveLlandscapeLflatteningLinLaminoLacidLsequenceLspaceLforLtheLcomputationalLdesignLofL
proteinnpeptideLbindingaLJournalhofhChemicalhPhysicsXL2018XLdgmXLckefce 3.9 18

108 uccurateLPxZbPeptideLvindingLSpecificityLwithLudditiveLandLPolarizableLzreeLynergyLSimulationsaL
BiophysicalhJournalXL2018XLddgXLdcmdZddce 2.9 16

107 wlassicalLxrudeLPolarizableLzorceLzieldLModelLforLMethylLPhosphateLandLItsLInteractionsLwithLMgaL
JournalhofhPhysicalhChemistryhAXL2018XLdeeXLidgkZidhh 2.8 15

106 ProteinLpLKSsLfromLudaptiveLLandscapeLzlatteningLInsteadLofLwonstantZpHLSimulationsaLJournalhofh
ChemicalhTheoryhandhComputationXL2018XLdgXLikdgZiked 6.4 7

105 yquivalenceLofLMZLandLPZSummationLinLwalculationsLofLIonicLSolvationLzreeLynergiesaLJournalhofh
PhysicalhChemistryhAXL2017XLdedXLdhehZdhfc 2.8 12

104 womputationalLxesignLofLtheLTiamdLPxZLxomainLandLItsLLigandLvindingaLJournalhofhChemicalhTheoryh
andhComputationXL2017XLdfXLeekdZeelm 6.4 10

103 ProbingLtheLstereospecificityLofLtyrosylZLandLglutaminylZtRNuLsynthetaseLwithLmolecularLdynamicsaL
JournalhofhMolecularhGraphicshandhModellingXL2017XLkdXLdmeZdmm 2.8 2
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102 zullLProteinLSequenceLRedesignLwithLanLMM−vSuLynergyLzunctionaLJournalhofhChemicalhTheoryhandh
ComputationXL2017XLdfXLgmfeZgmgf 6.4 8

101 womparingLpairwiseZadditiveLandLmanyZbodyLgeneralizedLvornLmodelsLforLacidbbaseLcalculationsL
andLproteinLdesignaLJournalhofhComputationalhChemistryXL2017XLflXLefmiZegdc 3.5 16

100 SimpleLmodelsLforLnonpolarLsolvationnLParameterizationLandLtestingaLJournalhofhComputationalh
ChemistryXL2017XLflXLehcmZehdm 3.5 16

99 womputationalLdesignLofLfullyLoverlappingLcodingLschemesLforLproteinLpairsLandLtripletsaLScientifich
ReportsXL2017XLkXLdhlkf 4.9 18

98 uLSimpleLPvbLIyLzreeLynergyLzunctionLuccuratelyLPredictsLtheLPeptideLvindingLSpecificityLofLtheL
TiamdLPxZLxomainaLFrontiershinhMolecularhBiosciencesXL2017XLgXLih 5.6 9

97 uLHybridLMonteLwarloLSchemeLforLMultibackboneLProteinLxesignaLJournalhofhChemicalhTheoryhandh
ComputationXL2016XLdeXLicfhZicgl 6.4 12

96
womparingLthreeLstochasticLsearchLalgorithmsLforLcomputationalLproteinLdesignnLMonteLwarloXL
replicaLexchangeLMonteLwarloXLandLaLmultistartXLsteepestZdescentLheuristicaLJournalhofh
ComputationalhChemistryXL2016XLfkXLdkldZmf

3.5 23

95 ProteinLsideLchainLconformationLpredictionsLwithLanLMM−vSuLenergyLfunctionaLProteins:hStructureyh
FunctionhandhBioinformaticsXL2016XLlgXLlcfZdm 4.2 17

94 RedesigningLtheLstereospecificityLofLtyrosylZtRNuLsynthetaseaLProteins:hStructureyhFunctionhandh
BioinformaticsXL2016XLlgXLegcZhf 4.2 15

93 ProteinnLigandLbindingLfreeLenergiesnLuLstringentLtestLforLcomputationalLproteinLdesignaLJournalhofh
ComputationalhChemistryXL2016XLfkXLgcgZdh 3.5 13

92 wonceptsLandLprotocolsLforLelectrostaticLfreeLenergiesaLMolecularhSimulationXL2016XLgeXLdcmcZddcd 2 25

91 ProteusLandLtheLxesignLofLLigandLvindingLSitesaLMethodshinhMolecularhBiologyXL2016XLdgdgXLkkZmk 1.4 2

90 StructureLandLthermodynamicsLofLMgnphosphateLinteractionsLinLwaternLaLsimulationLstudyaL
ChemPhysChemXL2015XLdiXLihlZih 3.2 11

89 ylectrostaticLfreeLenergiesLinLtranslationalL−TPasesnLwlassicLallosteryLandLtheLrestaLBiochimicahEth
BiophysicahActah-hGeneralhSubjectsXL2015XLdlhcXLdcciZdcdi 4 4

88 TheLPhysicalLvasisLofLLigandLvindingL2015XLfZgf 4

87 unLOverviewLofLylectrostaticLzreeLynergyLwomputationsLforLSolutionsLandLProteinsaLJournalhofh
ChemicalhTheoryhandhComputationXL2014XLdcXLeimcZkcm 6.4 103

86 PairwiseLdecompositionLofLanLMM−vSuLenergyLfunctionLforLcomputationalLproteinLdesignaLJournalh
ofhComputationalhChemistryXL2014XLfhXLdfkdZlk 3.5 32

85 WhatLIsLtheLxielectricLwonstantLofLaLProteinLWhenLItsLvackboneLIsLzixedsaLJournalhofhChemicalh
TheoryhandhComputationXL2013XLmXLgicfZl 6.4 14

(2013-2017)
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84 womputationalLproteinLdesignnLtheLProteusLsoftwareLandLselectedLapplicationsaLJournalhofh
ComputationalhChemistryXL2013XLfgXLegkeZlg 3.5 38

83 MonteLwarloLsimulationsLofLproteinsLatLconstantLpHLwithLgeneralizedLvornLsolventXLflexibleL
sidechainsXLandLanLeffectiveLdielectricLboundaryaLJournalhofhComputationalhChemistryXL2013XLfgXLekgeZhi 3.5 28

82 SimulatingL−TPnMgLandL−xPnMgLwithLaLsimpleLforceLfieldnLaLstructuralLandLthermodynamicLanalysisaL
JournalhofhComputationalhChemistryXL2013XLfgXLlfiZgi 3.5 14

81 ProteinnLligandLrecognitionnLsimpleLmodelsLforLelectrostaticLeffectsaLCurrenthPharmaceuticalhDesignXL
2013XLdmXLgegdZhi 3.3 15

80 wonformationalLselectionLbyLtheLaIzeL−TPasenLaLmolecularLdynamicsLstudyLofLfunctionalLpathwaysaL
BiochemistryXL2012XLhdXLfhfZid 3.2 8

79 NucleotideLrecognitionLbyLtheLinitiationLfactorLaIzhvnLfreeLenergyLsimulationsLofLaLneoclassicalL
−TPaseaLProteins:hStructureyhFunctionhandhBioinformaticsXL2012XLlcXLekgeZhk 4.2 5

78 wonformationalLselectionLthroughLelectrostaticsnLzreeLenergyLsimulationsLofL−TPLandL−xPLbindingL
toLarchaealLinitiationLfactorLeaLProteins:hStructureyhFunctionhandhBioinformaticsXL2012XLlcXLdeigZle 4.2 8

77 TheLInverseLProteinLzoldingLProblemnLProteinLxesignLandLStructureLPredictionLinLtheL−enomicLyraL
2012XLdedZdgc 1

76 womputationalLproteinLdesignLwithLaLgeneralizedLvornLsolventLmodelnLapplicationLtoL
usparaginylZtRNuLsynthetaseaLProteins:hStructureyhFunctionhandhBioinformaticsXL2011XLkmXLfgglZil 4.2 19

75 uLlargeLdecoyLsetLofLproteinZproteinLcomplexesLproducedLbyLflexibleLdockingaLJournalhofh
ComputationalhChemistryXL2011XLfeXLdciZec 3.5 3

74 zreeLenergyLsimulationsLofLaL−TPasenL−TPLandL−xPLbindingLtoLarchaealLinitiationLfactorLeaLJournalhofh
PhysicalhChemistryhBXL2011XLddhXLikgmZif 3.4 26

73 MolecularLdynamicsLsimulationsLshowLthatLconformationalLselectionLgovernsLtheLbindingL
preferencesLofLimatinibLforLseveralLtyrosineLkinasesaLJournalhofhBiologicalhChemistryXL2010XLelhXLdflckZdh5.4 65

72 PredictingLtheLacidbbaseLbehaviorLofLproteinsnLaLconstantZpHLMonteLwarloLapproachLwithL
generalizedLbornLsolventaLJournalhofhPhysicalhChemistryhBXL2010XLddgXLdcifgZgl 3.4 28

71 NonantibioticLpropertiesLofLtetracyclinesnLstructuralLbasisLforLinhibitionLofLsecretoryLphospholipaseL
ueaLJournalhofhMolecularhBiologyXL2010XLfmlXLlfZmi 6.5 27

70 womputationalLdesignLofLproteinZligandLbindingnLmodifyingLtheLspecificityLofLasparaginylZtRNuL
synthetaseaLJournalhofhComputationalhChemistryXL2010XLfdXLdekfZli 3.5 10

69 uLmolecularLmechanicsLmodelLforLimatinibLandLimatinibnkinaseLbindingaLJournalhofhComputationalh
ChemistryXL2010XLfdXLdhhcZic 3.5 13

68 ulchemicalLfreeLenergyLsimulationsLforLbiologicalLcomplexesnLpowerfulLbutLtemperamentalaLJournalh
ofhMolecularhRecognitionXL2010XLefXLddkZek 2.6 46

67 womputationalLproteinLdesignnLvalidationLandLpossibleLrelevanceLasLaLtoolLforLhomologyLsearchingL
andLfoldLrecognitionaLPLoShONEXL2010XLhXLedcgdc 3.7 16
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66 MolecularLmechanicsLmodelsLforLtetracyclineLanalogsaLJournalhofhComputationalhChemistryXL2009XLfcXLegfZhh3.5 16

65 womputationalLproteinLdesignLasLaLtoolLforLfoldLrecognitionaLProteins:hStructureyhFunctionhandh
BioinformaticsXL2009XLkkXLdfmZhl 4.2 24

64 TetracyclineZtetLrepressorLbindingLspecificitynLinsightsLfromLexperimentsLandLsimulationsaL
BiophysicalhJournalXL2009XLmkXLelemZfl 2.9 13

63 TestingLtheLwoulombbuccessibleLSurfaceLureaLsolventLmodelLforLproteinLstabilityXLligandLbindingXL
andLproteinLdesignaLBMChBioinformaticsXL2008XLmXLdgl 3.6 25

62 HomologyLmodellingLofLproteinZproteinLcomplexesnLaLsimpleLmethodLandLitsLpossibilitiesLandL
limitationsaLBMChBioinformaticsXL2008XLmXLgek 3.6 28

61 NeutralLevolutionLofLproteinsnLTheLsuperfunnelLinLsequenceLspaceLandLitsLrelationLtoLmutationalL
robustnessaLJournalhofhChemicalhPhysicsXL2008XLdemXLdlhdcg 3.9 7

60 TetLrepressorLinductionLbyLtetracyclinenLaLmolecularLdynamicsXLcontinuumLelectrostaticsXLandL
crystallographicLstudyaLJournalhofhMolecularhBiologyXL2008XLfklXLlmlZmde 6.5 29

59 vindingLofLtetracyclinesLtoLelongationLfactorLTuXLtheLTetLrepressorXLandLtheLribosomenLaLmolecularL
dynamicsLsimulationLstudyaLBiochemistryXL2008XLgkXLdfhmgZicf 3.2 19

58 MolecularLdynamicsLsimulationsLofLtheLfcSLribosomalLsubunitLrevealLaLpreferredLtetracyclineL
bindingLsiteaLJournalhofhthehAmericanhChemicalhSocietyXL2008XLdfcXLdddgZh 16.4 24

57
ProbingLelectrostaticLinteractionsLandLligandLbindingLinLaspartylZtRNuLsynthetaseLthroughL
siteZdirectedLmutagenesisLandLcomputerLsimulationsaLProteins:hStructureyhFunctionhandh
BioinformaticsXL2008XLkdXLdghcZic

4.2 12

56 xielectricLrelaxationLinLproteinsnLtheLcomputationalLperspectiveaLPhotosynthesishResearchXL2008XLmkXLedZfe3.7 18

55 womputationalLproteinLdesignnLsoftwareLimplementationXLparameterLoptimizationXLandL
performanceLofLaLsimpleLmodelaLJournalhofhComputationalhChemistryXL2008XLemXLdcmeZdce 3.5 26

54 ProtonationLpatternsLinLtetracyclinentetLrepressorLrecognitionnLsimulationsLandLexperimentsaL
ChemBioChemXL2007XLlXLikhZlh 3.8 32

53 NeutralLevolutionLofLproteinZproteinLinteractionsnLaLcomputationalLstudyLusingLsimpleLmodelsaLBMCh
StructuralhBiologyXL2007XLkXLkm 2.7 2

52 womputationalLsidechainLplacementLandLproteinLmutagenesisLwithLimplicitLsolventLmodelsaL
Proteins:hStructureyhFunctionhandhBioinformaticsXL2007XLikXLlhfZik 4.2 57

51 RecognizingLproteinZproteinLinterfacesLwithLempiricalLpotentialsLandLreducedLaminoLacidLalphabetsaL
BMChBioinformaticsXL2007XLlXLekc 3.6 17

50 upplicationsLofLzreeLynergyLwalculationsLtoLwhemistryLandLviologyaLSpringerhSerieshinhChemicalh
PhysicsXL2007XLgifZhcd 0.3 11

49 ummoniumLscanningLinLanLenzymeLactiveLsiteaLTheLchiralLspecificityLofLaspartylZtRNuLsynthetaseaL
JournalhofhBiologicalhChemistryXL2007XLeleXLfclhiZil 5.4 22

(2007-2009)
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48 zreeLynergyLwalculationsnLupproximateLMethodsLforLviologicalLMacromoleculesaLSpringerhSerieshinh
ChemicalhPhysicsXL2007XLgefZgid 0.3 5

47 zreeZenergyLsimulationsLandLexperimentsLrevealLlongZrangeLelectrostaticLinteractionsLandL
substrateZassistedLspecificityLinLanLaminoacylZtRNuLsynthetaseaLChemBioChemXL2006XLkXLffkZgg 3.8 34

46 TheLtetracyclinenLMgeWLcomplexnLaLmolecularLmechanicsLforceLfieldaLJournalhofhComputationalh
ChemistryXL2006XLekXLdhdkZff 3.5 15

45
MolecularLdynamicsLsimulationsLshowLthatLboundLMgeWLcontributesLtoLaminoLacidLandLaminoacylL
adenylateLbindingLspecificityLinLaspartylZtRNuLsynthetaseLthroughLlongLrangeLelectrostaticL
interactionsaLJournalhofhBiologicalhChemistryXL2006XLeldXLefkmeZlcf

5.4 33

44 wysTxUHisTyUZZneWLinteractionsnLpossibilitiesLandLlimitationsLofLaLsimpleLpairwiseLforceLfieldaLJournalh
ofhMolecularhGraphicshandhModellingXL2006XLegXLgcgZdd 2.8 20

43 uLresidueZpairwiseLgeneralizedLbornLschemeLsuitableLforLproteinLdesignLcalculationsaLJournalhofh
PhysicalhChemistryhBXL2005XLdcmXLeeiikZkf 3.4 36

42 ProtonLbindingLtoLproteinsnLaLfreeZenergyLcomponentLanalysisLusingLaLdielectricLcontinuumLmodelaL
BiophysicalhJournalXL2005XLllXLflllZmcg 2.9 66

41 ProtonLbindingLtoLproteinsnLpKTaULcalculationsLwithLexplicitLandLimplicitLsolventLmodelsaLJournalhofh
thehAmericanhChemicalhSocietyXL2004XLdeiXLgdikZlc 16.4 239

40 ylectrostaticsLandLdynamicsLofLproteinsaLReportshonhProgresshinhPhysicsXL2003XLiiXLkfkZklk 14.4 198

39 ReintroducingLelectrostaticsLintoLproteinLXZrayLstructureLrefinementnLbulkLsolventLtreatedLasLaL
dielectricLcontinuumaLActahCrystallographicahSectionhD:hBiologicalhCrystallographyXL2003XLhmXLecmgZdcf 29

38 wysTxUHisTyUZZneWLinteractionsnLthiolLvsaLthiolateLcoordinationaLProteins:hStructureyhFunctionhandh
BioinformaticsXL2002XLgmXLfkZgl 4.2 60

37 −aussianLfluctuationsLandLlinearLresponseLinLanLelectronLtransferLproteinaLProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaXL2002XLmmXLihggZm 11.5 87

36 MolecularLxynamicsLofLtheLtRNuulaLucceptorLStemnLLwomparisonLbetweenLwontinuumLReactionL
zieldLandLParticleZMeshLywaldLylectrostaticLTreatmentsaLJournalhofhPhysicalhChemistryhBXL2002XLdciXLfimiZfkch3.4 40

35 zreeLenergyLsimulationsLcomeLofLagenLproteinZligandLrecognitionaLAccountshofhChemicalhResearchXL
2002XLfhXLgfcZk 24.3 328

34 ProteinLmolecularLdynamicsLwithLtheLgeneralizedLvornbuwyLsolventLmodelaLProteins:hStructureyh
FunctionhandhBioinformaticsXL2001XLghXLdggZhl 4.2 94

33
xielectricLrelaxationLinLproteinsnLaLcontinuumLelectrostaticsLmodelLincorporatingLdielectricL
heterogeneityLofLtheLproteinLandLtimeZdependentLchargesaLJournalhofhComputationalhChemistryXL
2001XLeeXLemcZfch

3.5 27

32 MacromolecularLelectrostaticsnLcontinuumLmodelsLandLtheirLgrowingLpainsaLCurrenthOpinionhinh
StructuralhBiologyXL2001XLddXLegfZhe 8.1 228

31 xielectricLrelaxationLinLanLenzymeLactiveLsitenLmolecularLdynamicsLsimulationsLinterpretedLwithLaL
macroscopicLcontinuumLmodelaLJournalhofhthehAmericanhChemicalhSocietyXL2001XLdefXLddcgkZhi 16.4 49
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30
vindingLfreeLenergiesLandLfreeLenergyLcomponentsLfromLmolecularLdynamicsLandL
PoissonZvoltzmannLcalculationsaLupplicationLtoLaminoLacidLrecognitionLbyLaspartylZtRNuL
synthetaseaLJournalhofhMolecularhBiologyXL2001XLfciXLfckZek

6.5 103

29 zreeLynergyLwalculationsL2001XL 6

28 ylectrostaticLzreeLynergyLwalculationsLforLMacromoleculesnLLuLHybridLMolecularL
xynamicsbwontinuumLylectrostaticsLupproachaLJournalhofhPhysicalhChemistryhBXL2000XLdcgXLihcmZihdf 3.4 36

27 ProteinZproteinLrecognitionnLanLexperimentalLandLcomputationalLstudyLofLtheLRlmKLmutationLinLRafL
andLitsLeffectLonLRasLbindingaLProteinhScienceXL1999XLlXLhcZig 6.3 29

26 ImplicitLsolventLmodelsaLBiophysicalhChemistryXL1999XLklXLdZec 3.5 708

25 xielectricLrelaxationLinLproteinsnLMicroscopicLandLmacroscopicLmodelsaLInternationalhJournalhofh
QuantumhChemistryXL1999XLkfXLghZhk 2.1 36

24 ImplicitLsolventLmodelsnLwombiningLanLanalyticalLformulationLofLcontinuumLelectrostaticsLwithL
simpleLmodelsLofLtheLhydrophobicLeffectaLJournalhofhComputationalhChemistryXL1999XLecXLfeeZffh 3.5 30

23 MolecularLdynamicsLsimulationsLofLtheLRasnRafLandLRapnRafLcomplexesaLProteins:hStructureyhFunctionh
andhBioinformaticsXL1999XLfhXLlmZdcc 4.2 17

22 uLPoissonâ��voltzmannLStudyLofLwhargeLInsertionLinLanLynzymeLuctiveLSitenLLTheLyffectLofLxielectricL
RelaxationaLJournalhofhPhysicalhChemistryhBXL1999XLdcfXLidgeZidhi 3.4 82

21 xielectricLrelaxationLinLproteinsnLMicroscopicLandLmacroscopicLmodelsL1999XLkfXLgh 1

20 wonformationLofLtheLRasZbindingLdomainLofLRafLstudiedLbyLmolecularLdynamicsLandLfreeLenergyL
simulationsaLProteins:hStructureyhFunctionhandhBioinformaticsXL1998XLfdXLdliZecc 4.2 9

19 yngineeringLanLMgeWLsiteLtoLreplaceLaLstructurallyLconservedLarginineLinLtheLcatalyticLcenterLofL
histidylZtRNuLsynthetaseLbyLcomputerLexperimentsL1998XLfeXLfieZflc 11

18 xielectricLwonstantLofLwytochromeLcLfromLSimulationsLinLaLWaterLxropletLIncludingLullLylectrostaticL
InteractionsaLJournalhofhthehAmericanhChemicalhSocietyXL1998XLdecXLglkhZglki 16.4 50

17 SpecificLaminoLacidLrecognitionLbyLaspartylZtRNuLsynthetaseLstudiedLbyLfreeLenergyLsimulationsaL
JournalhofhMolecularhBiologyXL1998XLekhXLlefZgi 6.5 75

16 wlassicalLandLQuantumLSimulationsLofLTryptophanLinLSolutionaLJournalhofhPhysicalhChemistryhAXL1997XL
dcdXLdmfhZdmgh 2.8 29

15 wontinuumLTreatmentLofLLongZRangeLInteractionsLinLzreeLynergyLwalculationsaLupplicationLtoL
Proteinâ��LigandLvindingaaLJournalhofhPhysicalhChemistryhBXL1997XLdcdXLlfgmZlfie 3.4 107

14 whargeLScreeningLandLtheLxielectricLwonstantLofLProteinsnLLInsightsLfromLMolecularLxynamicsaL
JournalhofhthehAmericanhChemicalhSocietyXL1996XLddlXLlgheZlghl 16.4 320

13 PolarLfluctuationsLinLproteinsnLmolecularZdynamicLstudiesLofLcytochromeLcLinLaqueousLsolutionaL
FaradayhDiscussionsXL1996XLkdZmc 3.6 28

(1996-2001)
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12 uccurateLcalculationLofLtheLdielectricLconstantLofLwaterLfromLsimulationsLofLaLmicroscopicLdropletLinL
vacuumaLChemicalhPhysicshLettersXL1996XLehcXLghcZghg 2.5 45

11 ProlineLcisZtransLisomerizationLinLstaphylococcalLnucleasenLmultiZsubstrateLfreeLenergyLperturbationL
calculationsaLProteinhScienceXL1995XLgXLifiZhg 6.3 18

10 MicroscopicLxielectricLPropertiesLofLwytochromeLcLfromLMolecularLxynamicsLSimulationsLinL
uqueousLSolutionaLJournalhofhthehAmericanhChemicalhSocietyXL1995XLddkXLkmlkZlccc 16.4 106

9 xielectricLpropertiesLofLproteinsLfromLsimulationsnLtoolsLandLtechniquesaLComputerhPhysicsh
CommunicationsXL1995XLmdXLemdZfcf 4.2 13

8 SolvationLzreeLynergiesLystimatedLfromLMacroscopicLwontinuumLTheorynLunLuccuracyLussessmentaL
ThehJournalhofhPhysicalhChemistryXL1994XLmlXLgilfZgimg 178

7 wonformationalLsubstratesLandLuncertaintyLinLmacromolecularLfreeLenergyLcalculationsaLThehJournalh
ofhPhysicalhChemistryXL1993XLmkXLfgcmZfgdk 49

6 zreeLenergyLofLparticleLinsertionaLMolecularhPhysicsXL1993XLlcXLggdZggk 1.7 102

5 ThermodynamicsLofLproteinZpeptideLinteractionsLinLtheLribonucleaseZSLsystemLstudiedLbyLmolecularL
dynamicsLandLfreeLenergyLcalculationsaLBiochemistryXL1992XLfdXLliidZkg 3.2 60

4 IntramolecularLdielectricLscreeningLinLproteinsaLJournalhofhMolecularhBiologyXL1991XLedlXLlhmZli 6.5 58

3 ProteusLsoftwareLforLphysicsZbasedLproteinLdesign 1

2 udaptiveLlandscapeLflatteningLallowsLtheLdesignLofLbothLenzymensubstrateLbindingLandLcatalyticLpower 1

1 uLphysicsZbasedLenergyLfunctionLallowsLtheLcomputationalLredesignLofLaLPxZLdomain 1
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