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126 TheNHippoNpathwayNkinasesNLwTSfNandNLwTSgNattenuateNcellularNresponsesNtoNheavyNmetalsNthroughN
phosphorylatingNMT fccNNaturelCelllBiologyaN2022aNgiaNmibnm 23.4 1

125 StressNtensorNandNconstantNpressureNsimulationNforNpolarizableNβaussianNmultipoleNmodelccNJournall
oflChemicallPhysicsaN2022aNfklaNffiffi 3.9 0

124 HeparinbwssistedNwmyloidogenesisNUncoveredNthroughNMolecularNzynamicsNSimulationsccNACSl
OmegaaN2022aNmaNfkfhgbfkfii 3.9 1

123 –stimatingNtheNRolesNofNProtonationNandN–lectronicNPolarizationNinNwbsoluteNxindingNwffinityN
SimulationscNJournalloflChemicallTheorylandlComputationaN2021aNfmaNgkifbgkkk 6.4 3

122 zevelopmentNofNaNPantetheineN orceN ieldNLibraryNforNMolecularNModelingcNJournalloflChemicall
InformationlandlModelingaN2021aNlfaNnklbnln 6.1 0

121 RecentN orceN ieldNStrategiesNforNIntrinsicallyNzisorderedNProteinscNJournalloflChemicallInformationl
andlModelingaN2021aNlfaNfehmbfeim 6.1 24

120 RecentNzevelopmentsNinN reeN–nergyNyalculationsNforNzrugNziscoverycNFrontierslinlMolecularl
BiosciencesaN2021aNnaNmfgenk 5.6 9

119 MachinebLearnedNMolecularNSurfaceNandNItsNwpplicationNtoNImplicitNSolventNSimulationscNJournallofl
ChemicallTheorylandlComputationaN2021aNfmaNlgfiblggi 6.4

118 βrowthbxasedaNHighbThroughputNSelectionNforNNwzHNPreferenceNinNanNOxygenbzependentN
xiocatalystcNACSlSyntheticlBiologyaN2021aNfeaNghkobghme 5.7 0

117 –nvironmentbSpecificN orceN ieldNforNIntrinsicallyNzisorderedNandNOrderedNProteinscNJournallofl
ChemicallInformationlandlModelingaN2020aNleaNggkmbgglm 6.1 32

116 wNgahbdialkoxynaphthalenebbasedNnaphthocagecNChemicallCommunicationsaN2020aNklaNnnnbnof 5.8 9

115 –lucidationNofNWWNdomainNligandNbindingNspecificitiesNinNtheNHippoNpathwayNrevealsNSTXxPiNasNYwPN
inhibitorcNEMBOlJournalaN2020aNhoaNefegiel 13 7

114 InNVivoaNHighbThroughputNSelectionNofNThermostableNyyclohexanoneNMonooxygenaseNVyHMOWcN
CatalystsaN2020aNfeaNohk 4 1

113 –fficientNformulationNofNpolarizableNβaussianNmultipoleNelectrostaticsNforNbiomolecularNsimulationscN
JournalloflChemicallPhysicsaN2020aNfkhaNffiffl 3.9 9

112 MolecularNxasisNforNPolyketideNKetoreductasebSubstrateNInteractionscNInternationallJournallofl
MolecularlSciencesaN2020aNgfaN 6.3 3

111 LeveragingNOxidativeNStressNtoNRegulateNRedoxNxalancebxasedaNβrowthNSelectionsNforNOxygenaseN
–ngineeringcNACSlSyntheticlBiologyaN2020aNoaNhfgibhfhh 5.7 3

110 –xtensiveNtestsNandNevaluationNofNtheNyHwRMMhlIzPS  NforceNfieldNforNintrinsicallyNdisorderedN
proteinsNandNfoldedNproteinscNPhysicallChemistrylChemicallPhysicsaN2019aNgfaNgfofnbgfohf 3.6 25
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109 ImprovedNPoissonbxoltzmannNMethodsNforNHighbPerformanceNyomputingcNJournalloflChemicall
TheorylandlComputationaN2019aNfkaNlfoeblgeg 6.4 6

108 MolecularNbasisNforNinteractionsNbetweenNanNacylNcarrierNproteinNandNaNketosynthasecNNaturel
ChemicallBiologyaN2019aNfkaNlloblmf 11.7 25

107 HeterogeneousNzielectricNImplicitNMembraneNModelNforNtheNyalculationNofNMMPxSwNxindingN reeN
–nergiescNJournalloflChemicallInformationlandlModelingaN2019aNkoaNheifbhekl 6.1 14

106
yomputationalNstructuralNenzymologyNmethodologiesNforNtheNstudyNandNengineeringNofNfattyNacidN
synthasesaNpolyketideNsynthasesNandNnonribosomalNpeptideNsynthetasescNMethodslinlEnzymologyaN
2019aNlggaNhmkbieo

1.7 5

105 zynamicalNimportantNresidueNnetworkNVzIRNWpNnetworkNinferenceNviaNconformationalNchangecN
BioinformaticsaN2019aNhkaNillibilme 7.2 8

104 WellbxalancedN orceN ieldNehNforN oldedNandNzisorderedNProteinscNJournalloflChemicallTheorylandl
ComputationaN2019aNfkaNlmloblmne 6.4 27

103 wnNefficientNsecondborderNpoissonbboltzmannNmethodcNJournalloflComputationallChemistryaN2019aN
ieaNfgkmbfglo 3.5 6

102
zevelopmentNofNPolarizableNβaussianNModelNforNMolecularNMechanicalNyalculationsNIpNwtomicN
PolarizabilityNParameterizationNToNReproduceNabNInitioNwnisotropycNJournalloflChemicallTheorylandl
ComputationaN2019aNfkaNffilbffkn

6.4 15

101 RobustnessNandN–fficiencyNofNPoissonbxoltzmannNModelingNonNβraphicsNProcessingNUnitscNJournallofl
ChemicallInformationlandlModelingaN2019aNkoaNieobige 6.1 8

100 yomputationalNwnalysisNforNtheNRationalNzesignNofNwntibwmyloidNxetaNVw˛†WNwntibodiescNJournallofl
PhysicallChemistrylBaN2018aNfggaNikgfbikhl 3.4 8

99 wnNOxetanebxasedNPolyketideNSurrogateNToNProbeNSubstrateNxindingNinNaNPolyketideNSynthasecN
JournalloflthelAmericanlChemicallSocietyaN2018aNfieaNiolfbioli 16.4 18

98 OrderbdisorderNtransitionNofNintrinsicallyNdisorderedNkinaseNinducibleNtransactivationNdomainNofN
yR–xcNJournalloflChemicallPhysicsaN2018aNfinaNggkfef 3.9 5

97 –ngineeringNaNyoenzymeNwNzetourNToN–xpandNtheNProductNScopeNandN–nhanceNtheNSelectivityNofNtheN
–hrlichNPathwaycNACSlSyntheticlBiologyaN2018aNmaNgmknbgmli 5.7 1

96 RegulationNofNtheNHippoNPathwayNbyNPhosphatidicNwcidbMediatedNLipidbProteinNInteractioncN
MolecularlCellaN2018aNmgaNhgnbhiecen 17.6 41

95 yomputationalNStudiesNofNIntrinsicallyNzisorderedNProteinscNJournalloflPhysicallChemistrylBaN2018aN
fggaNfeikkbfeilo 3.4 17

94 IntrinsicallyNdisorderedNproteinbspecificNforceNfieldNyHwRMMhlIzPS  cNChemicallBiologylandlDrugl
DesignaN2018aNogaNfmggbfmhk 2.9 36

93 zevelopmentNofNaNHighbThroughputaNInNVivoNSelectionNPlatformNforNNwzPHbzependentNReactionsN
xasedNonNRedoxNxalanceNPrinciplescNACSlSyntheticlBiologyaN2018aNmaNfmfkbfmgf 5.7 17

92 yrystalNStructureNofNStnwNforNtheNxiosynthesisNofNwntitumorNzrugNStreptonigrinNRevealsNaNUniqueN
SubstrateNxindingNModecNScientificlReportsaN2017aNmaNiegki 4.9 4
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91 TheNIzPbSpecificN orceN ieldNfffiIzPS  NImprovesNtheNyonformerNSamplingNofNIntrinsicallyN
zisorderedNProteinscNJournalloflChemicallInformationlandlModelingaN2017aNkmaNffllbffmn 6.1 108

90 wllostericNwutoinhibitionNPathwayNinNTranscriptionN actorN–RβpNzynamicsNNetworkNandNMutantN
–xperimentalN–valuationscNJournalloflChemicallInformationlandlModelingaN2017aNkmaNffkhbfflk 6.1 11

89 wNyontinuumNPoissonbxoltzmannNModelNforNMembraneNyhannelNProteinscNJournalloflChemicall
TheorylandlComputationaN2017aNfhaNhhonbhifg 6.4 15

88 yonformationNzynamicsNofNtheNIntrinsicallyNzisorderedNProteinNcbMybNwithNtheN orceN ieldcNRSCl
AdvancesaN2017aNmaNgomfhbgomgf 3.7 12

87 NumericalNinterpretationNofNmolecularNsurfaceNfieldNinNdielectricNmodelingNofNsolvationcNJournallofl
ComputationallChemistryaN2017aNhnaNfekmbfeme 3.5 8

86 RecentNzevelopmentsNandNwpplicationsNofNtheNMMPxSwNMethodcNFrontierslinlMolecularlBiosciencesaN
2017aNiaNnm 5.6 229

85 IonicNSolutionpNWhatNβoesNRightNandNWrongNwithNyontinuumNSolvationNModelingcNJournalloflPhysicall
ChemistrylBaN2017aNfgfaNffflobfffmo 3.4 9

84 wccelerationNofNLinearN initebzifferenceNPoissonbxoltzmannNMethodsNonNβraphicsNProcessingNUnitscN
JournalloflChemicallTheorylandlComputationaN2017aNfhaNhhmnbhhnm 6.4 10

83 –xploringNaNmultibscaleNmethodNforNmolecularNsimulationNinNcontinuumNsolventNmodelpN–xplicitN
simulationNofNcontinuumNsolventNasNanNincompressibleNfluidcNJournalloflChemicallPhysicsaN2017aNfimaNgfiffg3.9 3

82 ModelingNMembraneNProteinbLigandNxindingNInteractionspNTheNHumanNPurinergicNPlateletNReceptorcN
JournalloflPhysicallChemistrylBaN2016aNfgeaNfggohbfghei 3.4 14

81 SynergisticNModificationNInducedNSpecificNRecognitionNbetweenNHistoneNandNTRIMgiNviaN luctuationN
yorrelationNNetworkNwnalysiscNScientificlReportsaN2016aNlaNgiknm 4.9 15

80 yhargeNyentralNInterpretationNofNtheN ullNNonlinearNPxN–quationpNImplicationsNforNwccurateNandN
ScalableNModelingNofNSolvationNInteractionscNJournalloflPhysicallChemistrylBaN2016aNfgeaNnmembgf 3.4 7

79 StructuralNInsightsNintoNwnthranilateNPrimingNduringNTypeNIINPolyketideNxiosynthesiscNACSlChemicall
BiologyaN2016aNffaNokbfeh 4.9 16

78 wllostericNpathwaysNinNtetrahydrofolateNsensingNriboswitchNwithNdynamicsNcorrelationNnetworkcN
MolecularlBioSystemsaN2016aNfhaNfklbfli 6

77 zynamicsNyorrelationNNetworkNforNwllostericNSwitchingNofNPreQfNRiboswitchcNScientificlReportsaN
2016aNlaNhfeek 4.9 20

76 SynergisticNwllostericNMechanismNofN ructosebfalbbisphosphateNandNSerineNforNPyruvateNKinaseNMgN
viaNzynamicsN luctuationNNetworkNwnalysiscNJournalloflChemicallInformationlandlModelingaN2016aNklaNffnibffog6.1 29

75 yalculatingNproteinbligandNbindingNaffinitiesNwithNMMPxSwpNMethodNandNerrorNanalysiscNJournallofl
ComputationallChemistryaN2016aNhmaNgihlbil 3.5 108

74 yomprehensiveNStructuralNandNxiochemicalNwnalysisNofNtheNTerminalNMyxalamidNReductaseNzomainN
forNtheN–ngineeredNProductionNofNPrimaryNwlcoholscNChemistrylandlBiologyaN2015aNggaNfefnbgo 43
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73 wNsemibimplicitNaugmentedNIIMNforNNavierbStokesNequationsNwithNopenaNtractionaNorNfreeNboundaryN
conditionscNJournalloflComputationallPhysicsaN2015aNgomaNfngbfoh 4.1 10

72 TestNandN–valuationNofNffooIzPsN orceN ieldNforNIntrinsicallyNzisorderedNProteinscNJournallofl
ChemicallInformationlandlModelingaN2015aNkkaNfegfbo 6.1 53

71 wpplicationsNofNMMPxSwNtoNMembraneNProteinsNIpN–fficientNNumericalNSolutionsNofNPeriodicN
PoissonbxoltzmannN–quationcNJournalloflChemicallInformationlandlModelingaN2015aNkkaNgfnmboo 6.1 23

70 RecognitionNmechanismNbetweenNLacNrepressorNandNzNwNwithNcorrelationNnetworkNanalysiscNJournall
oflPhysicallChemistrylBaN2015aNffoaNgniibkl 3.4 12

69 SpecificNrecognitionNmechanismNbetweenNRNwNandNtheNKHhNdomainNofNNovabgNproteincNJournallofl
PhysicallChemistrylBaN2014aNffnaNfgiglbhi 3.4 5

68 wNMultibScaleNMethodNforNzynamicsNSimulationNinNyontinuumNSolventNModelsNIpN initebzifferenceN
wlgorithmNforNNavierbStokesN–quationcNChemicallPhysicslLettersaN2014aNlflblfmaNlmbmi 2.5 10

67 xiologicalNapplicationsNofNclassicalNelectrostaticsNmethodscNJournalloflTheoreticallandlComputationall
ChemistryaN2014aNfhaNfiieeen 1.8 15

66 RecentNprogressNinNadaptingNPoissonâ��xoltzmannNmethodsNtoNmolecularNsimulationscNJournallofl
TheoreticallandlComputationallChemistryaN2014aNfhaNfiheeef 1.8 24

65 NewNforceNfieldNonNmodelingNintrinsicallyNdisorderedNproteinscNChemicallBiologylandlDruglDesignaN
2014aNniaNgkhblo 2.9 84

64 NumericalNPoissonbxoltzmannNModelNforNyontinuumNMembraneNSystemscNChemicallPhysicslLettersaN
2013aNkkkaNgmibgnf 2.5 23

63 –lectrostaticNforcesNinNtheNPoissonbxoltzmannNsystemscNJournalloflChemicallPhysicsaN2013aNfhoaNeoifel 3.9 25

62 –xploringNaNchargebcentralNstrategyNinNtheNsolutionNofNPoissonUsNequationNforNbiomolecularN
applicationscNPhysicallChemistrylChemicallPhysicsaN2013aNfkaNfgobif 3.6 17

61 KinkNturnNsRNwNfoldingNuponNLmweNbindingNusingNmolecularNdynamicsNsimulationscNPhysicallChemistryl
ChemicallPhysicsaN2013aNfkaNfnkfebgg 3.6 12

60 –xploringNaccurateNPoissonbxoltzmannNmethodsNforNbiomolecularNsimulationscNComputationallandl
TheoreticallChemistryaN2013aNfegiaNhibii 2 32

59 yonformationalNselectionNandNinducedNfitNinNspecificNantibodyNandNantigenNrecognitionpNSP–mNasNaN
caseNstudycNJournalloflPhysicallChemistrylBaN2013aNffmaNiofgbgh 3.4 28

58 Poissonâ��xoltzmannNImplicitNSolvationNModelscNAnnuallReportslinlComputationallChemistryaN2012aNfiobflg 1.8 11

57 zielectricNpressureNinNcontinuumNelectrostaticNsolvationNofNbiomoleculescNPhysicallChemistryl
ChemicallPhysicsaN2012aNfiaNfkofmbgk 3.6 23

56 ReducingNgridbdependenceNinNfinitebdifferenceNPoissonbxoltzmannNcalculationscNJournalloflChemicall
TheorylandlComputationaN2012aNnaNgmifbgmkf 6.4 46
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55
zevelopmentNofNpolarizableNmodelsNforNmolecularNmechanicalNcalculationscNhcNPolarizableNwaterN
modelsNconformingNtoNTholeNpolarizationNscreeningNschemescNJournalloflPhysicallChemistrylBaN2012aN
fflaNmooobneen

3.4 42

54 zevelopmentNofNpolarizableNmodelsNforNmolecularNmechanicalNcalculationscNicNvanNderNWaalsN
parametrizationcNJournalloflPhysicallChemistrylBaN2012aNfflaNmennbfef 3.4 44

53 wtomisticNmechanismNofNmicroRNwNtranslationNupregulationNviaNmolecularNdynamicsNsimulationscN
PLoSlONEaN2012aNmaNeihmnn 3.7 11

52 OnbthebflyNNumericalNSurfaceNIntegrationNforN initebzifferenceNPoissonbxoltzmannNMethodscN
JournalloflChemicallTheorylandlComputationaN2011aNmaNhlenbhlfo 6.4 21

51 zevelopmentNofNpolarizableNmodelsNforNmolecularNmechanicalNcalculationsNIpNparameterizationNofN
atomicNpolarizabilitycNJournalloflPhysicallChemistrylBaN2011aNffkaNheofbo 3.4 114

50 zielectricNxoundaryN orcesNinNNumericalNPoissonbxoltzmannNMethodspNTheoryNandNNumericalN
StrategiescNChemicallPhysicslLettersaN2011aNkfiaNhlnbhmh 2.5 27

49 –xploringNaNcoarsebgrainedNdistributiveNstrategyNforNfinitebdifferenceNPoissonbxoltzmannN
calculationscNJournalloflMolecularlModelingaN2011aNfmaNfonkbol 2 13

48 VirtualNscreeningNusingNmolecularNsimulationscNProteins:lStructure,lFunctionlandlBioinformaticsaN2011aN
moaNfoiebkf 4.2 128

47
zevelopmentNofNpolarizableNmodelsNforNmolecularNmechanicalNcalculationsNIIpNinducedNdipoleNmodelsN
significantlyNimproveNaccuracyNofNintermolecularNinteractionNenergiescNJournalloflPhysicallChemistryl
BaN2011aNffkaNhfeebff

3.4 101

46 wNrevisedNdensityNfunctionNforNmolecularNsurfaceNdefinitionNinNcontinuumNsolventNmodelscNJournallofl
ChemicallTheorylandlComputationaN2010aNlaNffkmbfflo 6.4 25

45 PerformanceNofNNonlinearN initebzifferenceNPoissonbxoltzmannNSolverscNJournalloflChemicallTheoryl
andlComputationaN2010aNlaNgehbgff 6.4 72

44 xalancingNsimulationNaccuracyNandNefficiencyNwithNtheNwmberNunitedNatomNforceNfieldcNJournallofl
PhysicallChemistrylBaN2010aNffiaNgnnlboh 3.4 8

43 WidespreadNbutNsmallbscaleNchangesNinNtheNstructuralNandNdynamicNpropertiesNofNvacciniaNvirusN
polyVwWNpolymeraseNuponNassociationNwithNitsNprocessivityNfactorNinNsolutioncNBiochemistryaN2010aNioaNlgimblg3.2 3

42 QuantitativeNanalysisNofNPoissonbxoltzmannNimplicitNsolventNinNmolecularNdynamicscNPhysicall
ChemistrylChemicallPhysicsaN2010aNfgaNffoibgeg 3.6 34

41 wssessmentNofNlinearNfinitebdifferenceNPoissonbxoltzmannNsolverscNJournalloflComputationall
ChemistryaN2010aNhfaNflnobon 3.5 58

40 OnNremovalNofNchargeNsingularityNinNPoissonbxoltzmannNequationcNJournalloflChemicallPhysicsaN2009aN
fheaNfikfef 3.9 43

39 StructuralNandNfunctionalNimplicationsNofNpkhNmissenseNcancerNmutationscNPMClBiophysicsaN2009aNgaNk 14

38 wchievingN–nergyNyonservationNinNPoissonbxoltzmannNMolecularNzynamicspNwccuracyNandNPrecisionN
withN initebzifferenceNwlgorithmscNChemicallPhysicslLettersaN2009aNilnaNffgbffn 2.5 41
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37 MolecularNmechanismsNofNfunctionalNrescueNmediatedNbyNPkhNtumorNsuppressorNmutationscN
BiophysicallChemistryaN2009aNfikaNhmbii 3.5 7

36 RolesNofNboundaryNconditionsNinNzNwNsimulationspNanalysisNofNionNdistributionsNwithNtheN
finitebdifferenceNPoissonbxoltzmannNmethodcNBiophysicallJournalaN2009aNomaNkkiblg 2.9 25

35 wllbatomNcomputerNsimulationsNofNamyloidNfibrilsNdisaggregationcNBiophysicallJournalaN2008aNokaNkehmbim 2.9 29

34 ProteinNstabilityNpredictionpNaNPoissonbxoltzmannNapproachcNJournalloflPhysicallChemistrylBaN2008aN
ffgaNfnmkbnh 3.4 17

33 yontinuumNpolarizableNforceNfieldNwithinNtheNPoissonbxoltzmannNframeworkcNJournalloflPhysicall
ChemistrylBaN2008aNffgaNmlmkbnn 3.4 20

32 InhibitionNkineticsNandNemodinNcocrystalNstructureNofNaNtypeNIINpolyketideNketoreductasecN
BiochemistryaN2008aNimaNfnhmbim 3.2 53

31
ImpactNofNlowbfrequencyNhotspotNmutationNRgngQNonNtheNstructureNofNpkhNzNwbbindingNdomainNasN
revealedNbyNcrystallographyNatNfckiNangstromsNresolutioncNActalCrystallographicalSectionlD:l
BiologicallCrystallographyaN2008aNliaNimfbm

7

30 MolecularNdynamicsNsimulationsNofNpkhNzNwbbindingNdomaincNJournalloflPhysicallChemistrylBaN2007aN
fffaNffkhnbik 3.4 48

29 yontinuumNtreatmentNofNelectronicNpolarizationNeffectcNJournalloflChemicallPhysicsaN2007aNfglaNeoifeh 3.9 13

28 ImplicitNnonpolarNsolventNmodelscNJournalloflPhysicallChemistrylBaN2007aNfffaNfgglhbmi 3.4 167

27 xindingNinducedNfoldingNinNpkhbMzMgNcomplexcNJournalloflthelAmericanlChemicallSocietyaN2007aN
fgoaNgohebm 16.4 98

26 IsNPoissonbxoltzmannNtheoryNinsufficientNforNproteinNfoldingNsimulationsucNJournalloflChemicall
PhysicsaN2006aNfgiaNehioeg 3.9 40

25  unctionalNcensusNofNmutationNsequenceNspacespNtheNexampleNofNpkhNcancerNrescueNmutantscN
IEEE/ACMlTransactionslonlComputationallBiologylandlBioinformaticsaN2006aNhaNffibgk 3 22

24 NewbgenerationNamberNunitedbatomNforceNfieldcNJournalloflPhysicallChemistrylBaN2006aNffeaNfhfllbml 3.4 157

23 HowNwellNdoesNPoissonbxoltzmannNimplicitNsolventNagreeNwithNexplicitNsolventuNwNquantitativeN
analysiscNJournalloflPhysicallChemistrylBaN2006aNffeaNfnlnebm 3.4 135

22  orceNfieldNinfluencesNinNbetabhairpinNfoldingNsimulationscNProteinlScienceaN2006aNfkaNgligbkk 6.3 60

21 TheNwmberNbiomolecularNsimulationNprogramscNJournalloflComputationallChemistryaN2005aNglaNfllnbnn 3.5 6155

20 OvercomingNentropicNbarrierNwithNcoupledNsamplingNatNdualNresolutionscNJournalloflChemicallPhysicsaN
2005aNfghaNfoioei 3.9 44
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19 –nhancedNabNinitioNproteinNfoldingNsimulationsNinNPoissonbxoltzmannNmolecularNdynamicsNwithN
selfbguidingNforcescNJournalloflMolecularlGraphicslandlModellingaN2004aNggaNifkbgi 2.8 39

18 PhysicalNscoringNfunctionNbasedNonNwMx–RNforceNfieldNandNPoissonbxoltzmannNimplicitNsolventNforN
proteinNstructureNpredictioncNProteins:lStructure,lFunctionlandlBioinformaticsaN2004aNklaNimkbnl 4.2 43

17 InterplayNofNsecondaryNstructuresNandNsidebchainNcontactsNinNtheNdenaturedNstateNofNxxwfcNJournall
oflChemicallPhysicsaN2004aNfgfaNgifgbgf 3.9 19

16 wNpointbchargeNforceNfieldNforNmolecularNmechanicsNsimulationsNofNproteinsNbasedNonN
condensedbphaseNquantumNmechanicalNcalculationscNJournalloflComputationallChemistryaN2003aNgiaNfooobgefg3.5 3573

15 wNPoissonâ��xoltzmannNdynamicsNmethodNwithNnonperiodicNboundaryNconditioncNJournalloflChemicall
PhysicsaN2003aNffoaNffehkbffeim 3.9 145

14 wcceleratedNPoissonbxoltzmannNcalculationsNforNstaticNandNdynamicNsystemscNJournallofl
ComputationallChemistryaN2002aNghaNfgiibkh 3.5 368

13 LigandbreceptorNdockingNwithNtheNMiningNMinimaNoptimizercNJournalloflComputer-AidedlMolecularl
DesignaN2001aNfkaNfkmbmf 4.2 48

12 InterpretingNtrendsNinNtheNbindingNofNcyclicNureasNtoNHIVbfNproteasecNJournalloflMolecularlBiologyaN
2001aNheoaNkembfm 6.5 37

11 TheNphysicalNbasisNofNnucleicNacidNbaseNstackingNinNwatercNBiophysicallJournalaN2001aNneaNfiebn 2.9 84

10
wnNanalysisNofNtheNinteractionsNbetweenNtheNSembkNSHhNdomainNandNitsNligandsNusingNmolecularN
dynamicsaNfreeNenergyNcalculationsaNandNsequenceNanalysiscNJournalloflthelAmericanlChemicallSocietyaN
2001aNfghaNhonlboi

16.4 121

9 yomparisonNofNgeneralizedNbornNandNpoissonNmodelspN–nergeticsNandNdynamicsNofNHIVNproteasecN
JournalloflComputationallChemistryaN2000aNgfaNgokbheo 3.5 93

8 ModelingNmolecularNrecognitionpNtheoryNandNapplicationcNJournalloflBiomolecularlStructurelandl
DynamicsaN2000aNfmNSupplNfaNnoboi 3.6 3

7 SyntheticNwdenineNReceptorsp´ NzirectNyalculationNofNxindingNwffinityNandN–ntropycNJournalloflthel
AmericanlChemicallSocietyaN2000aNfggaNgohibgohm 16.4 48

6 NucleicNacidNbasebpairingNandNNbmethylacetamideNselfbassociationNinNchloroformpNaffinityNandN
conformationcNBiophysicallChemistryaN1999aNmnaNfnhboh 3.5 35

5 StrengthNofNSolventb–xposedNSaltbxridgescNJournalloflPhysicallChemistrylBaN1999aNfehaNmgmbmhl 3.4 67

4 yomputationalNStudyNofNKNIbgmgaNaNPotentNInhibitorNofNHIVbfNProteasepNOnNtheNMechanismNofN
PreorganizationcNJournalloflPhysicallChemistrylBaN1999aNfehaNfehfbfeii 3.4 17

3 pKaShiftsNinNSmallNMoleculesNandNHIVNProteasep´ N–lectrostaticsNandNyonformationcNJournalloflthel
AmericanlChemicallSocietyaN1998aNfgeaNlfhnblfil 16.4 52

2 zielectricNScreeningNTreatmentNofN–lectrostaticNSolvationcNJournalloflPhysicallChemistrylBaN1997aN
fefaNffgglbffghl 3.4 35
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1 yonfrontingNtheNproblemNofNinterconnectedNstructuralNchangesNinNtheNcomparativeNmodelingNofN
proteinscNProteins:lStructure,lFunctionlandlBioinformaticsaN1995aNghaNhgmbhl 4.2 20
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