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80 SimilaritiesNandN ifferencesNbetweenNNaNandNKN istributionsNaroundN NxNObtainedNwithNThreeN
PopularNWaterNModelsdNJournalloflChemicallTheorylandlComputationbN2021bNgnbNnhkmcnhlp 6.4 4

79 SignificantNcompactionNofNHkNhistoneNtailNuponNchargeNneutralizationNbyNacetylationNandNitsNmimicsbN
possibleNeffectsNonNchromatinNstructuredNJournalloflMolecularlBiologybN2021bNkiibNgmmmoi 6.5 1

78 yindingNofNregulatoryNproteinsNtoNnucleosomesNisNmodulatedNbyNdynamicNhistoneNtailsdNNaturel
CommunicationsbN2021bNghbNlhof 17.4 3

77 ThreecdimensionalNOrganizationNofNPolyteneNzhromosomesNinNSomaticNandNGermlineNTissuesNofN
MalariaNMosquitoesdNCellsbN2020bNpbN 7.9 8

76 MultidimensionalNGlobalNOptimizationNandNRobustnessNxnalysisNinNtheNzontextNofNProteincLigandN
yindingdNJournalloflChemicallTheorylandlComputationbN2020bNgmbNkmmpckmok 6.4 5

75 MMGyeSxNzonsensusNEstimateNofNtheNyindingNFreeNEnergyNyetweenNtheNNovelNzoronavirusNSpikeN
ProteinNtoNtheNHumanNxzEhNReceptorN2020bN 4

74 youndsNonNxbsoluteNGypsyNMothNVWNVLepidopteraqNErebidaeWNPopulationN ensityNasN erivedNfromN
zountsNinNSingleNMilkNzartonNTrapsdNInsectsbN2020bNggbN 2.8 1

73 MeltingNPointsNofNOPzNandNOPziNWaterNModelsdNACSlOmegabN2020bNlbNhlfonchlfpk 3.9 2

72 TheNnucleosomeqNfromNstructureNtoNfunctionNthroughNphysicsdNCurrentlOpinionlinlStructurallBiologybN
2019bNlmbNggpcgif 8.1 22

71 GeneralNPurposeNWaterNModelNzanNImproveNxtomisticNSimulationsNofNIntrinsicallyN isorderedN
ProteinsdNJournalloflChemicallTheorylandlComputationbN2019bNglbNhmhfchmik 6.4 52

70 GeneralizedNyornNImplicitNSolventNModelsNforNyiomoleculesdNAnnuallReviewloflBiophysicsbN2019bNkobNhnlchpm21.1 68

69 ExploringNoptimizationNstrategiesNforNimprovingNexplicitNwaterNmodelsqNRigidNncpointNmodelNandN
polarizableNmodelNbasedNonN rudeNoscillatordNPLoSlONEbN2019bNgkbNefhhkppg 3.7 2

68 StronglyNyentN oublecStrandedN NxqNReconcilingNTheoryNandNExperimentdNFrontierslinlPhysicsbN2019bN
nbN 3.9 5

67 WhyNzomputedNProteinNFoldingNLandscapesNxreNSensitiveNtoNtheNWaterNModeldNJournalloflChemicall
TheorylandlComputationbN2019bNglbNmhlcmim 6.4 22

66 xccuracyNzomparisonNofNGeneralizedNyornNModelsNinNtheNzalculationNofNElectrostaticNyindingNFreeN
EnergiesdNJournalloflChemicallTheorylandlComputationbN2018bNgkbNgmlmcgmnf 6.4 13

65 ExplicitNionseimplicitNwaterNgeneralizedNyornNmodelNforNnucleicNacidsdNJournalloflChemicallPhysicsbN
2018bNgkobNgplgfg 3.9 3

64 ModulationNofNnucleosomalN NxNaccessibilityNviaNchargecalteringNpostctranslationalNmodificationsNinN
histoneNcoredNEpigeneticslandlChromatinbN2018bNggbNgg 5.8 48
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63 zhromosomecnuclearNenvelopeNattachmentsNaffectNinterphaseNchromosomeNterritoriesNandN
entanglementdNEpigeneticslandlChromatinbN2018bNggbNi 5.8 16

62 LinearNrelationshipNbetweenNpeakNandNseasonclongNabundancesNinNinsectsdNPLoSlONEbN2018bNgibNefgpiggf3.7 5

61 HighctemperatureNdynamicNbehaviorNinNbulkNliquidNwaterqNxNmolecularNdynamicsNsimulationNstudyN
usingNtheNOPzNandNTIPkPcEwNpotentialsdNFrontiersloflPhysicsbN2018bNgibNg 3.7 6

60 WaterNmodelsNforNbiomolecularNsimulationsdNWileylInterdisciplinarylReviews:lComputationall
MolecularlSciencebN2018bNobNegikn 7.9 84

59 SpermineNzondensesN NxbNbutNNotNRNxN uplexesdNBiophysicallJournalbN2017bNgghbNhhcif 2.9 38

58 PartiallyNxssembledNNucleosomeNStructuresNat´ xtomicN etaildNBiophysicallJournalbN2017bNgghbNkmfcknh 2.9 34

57 GridcyasedNSurfaceNGeneralizedNyornNModelNforNzalculationNofNElectrostaticNyindingNFreeNEnergiesdN
JournalloflChemicallInformationlandlModelingbN2017bNlnbNhlflchlgi 6.1 16

56 OpposingNEffectsNofNMultivalentNIonsNonNtheNFlexibilityNofN NxNandNRNxdNPhysicallReviewlLettersbN
2016bNggnbNfhogfg 7.4 37

55 ImplicitNSolventNModelNforNMillioncxtomNxtomisticNSimulationsqNInsightsNintoNtheNOrganizationNofN
ifcnmNzhromatinNFiberdNJournalloflChemicallTheorylandlComputationbN2016bNghbNlpkmclplp 6.4 20

54 TheNRoleNofNzorrelationNandNSolvationNinNIonNInteractionsNwithNyc NxdNBiophysicallJournalbN2016bNggfbNiglcihm2.9 24

53 UnderstandingNnucleicNacidNstructuralNchangesNbyNcomparingNwidecangleNxcrayNscatteringNVWxXSWN
experimentsNtoNmolecularNdynamicsNsimulationsdNJournalloflChemicallPhysicsbN2016bNgkkbNhflgfh 3.9 10

52 MulticshellNmodelNofNioncinducedNnucleicNacidNcondensationdNJournalloflChemicallPhysicsbN2016bNgkkbNgllgfg3.9 8

51 xccuracyNlimitNofNrigidNicpointNwaterNmodelsdNJournalloflChemicallPhysicsbN2016bNgklbNfnklfg 3.9 106

50 SpeedNofNconformationalNchangeqNcomparingNexplicitNandNimplicitNsolventNmolecularNdynamicsN
simulationsdNBiophysicallJournalbN2015bNgfobNgglicmk 2.9 109

49 QuantifiedNeffectsNofNchromosomecnuclearNenvelopeNattachmentsNonNi NorganizationNofN
chromosomesdNNucleusbN2015bNmbNhghchk 3.9 6

48 ProteincLigandNElectrostaticNyindingNFreeNEnergiesNfromNExplicitNandNImplicitNSolvationdNJournallofl
ChemicallTheorylandlComputationbN2015bNggbNkklfcp 6.4 24

47 InsightsNfromNxllcxtomNMolecularN ynamicsNSimulationsNofNkfNNucleosomeNzhromatinNFiberdN
BiophysicallJournalbN2015bNgfobNigpa 2.9 2

46 xccurateNevaluationNofNchargeNasymmetryNinNaqueousNsolvationdNJournalloflPhysicallChemistrylBbN
2015bNggpbNmfphcgff 3.4 12
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45 yuildingNWaterNModelsqNxN ifferentNxpproachdNJournalloflPhysicallChemistrylLettersbN2014bNlbNiomiciong 6.4 321

44 IntroducingNzhargeNHydrationNxsymmetryNintoNtheNGeneralizedNyornNModeldNJournalloflChemicall
TheorylandlComputationbN2014bNgfbNgnoocgnpk 6.4 27

43 xccuracyNofNcontinuumNelectrostaticNcalculationsNbasedNonNthreeNcommonNdielectricNboundaryN
definitionsdNJournalloflTheoreticallandlComputationallChemistrybN2014bNgibN 1.8 19

42 WhyNdoublecstrandedNRNxNresistsNcondensationdNNucleiclAcidslResearchbN2014bNkhbNgfohicig 20.1 50

41 InvestigationNofNtheNchromosomeNregionsNwithNsignificantNaffinityNforNtheNnuclearNenvelopeNinNfruitN
flyccaNmodelNbasedNapproachdNPLoSlONEbN2014bNpbNepgpki 3.7 16

40 ProtonationNandNpKNchangesNinNproteincligandNbindingdNQuarterlylReviewsloflBiophysicsbN2013bNkmbNgogchfp7 109

39 TwocphaseNstretchingNofNmolecularNchainsdNProceedingsloflthelNationallAcademyloflSciencesloflthel
UnitedlStatesloflAmericabN2013bNggfbNhogmchg 11.5 23

38 PointNchargesNoptimallyNplacedNtoNrepresentNtheNmultipoleNexpansionNofNchargeNdistributionsdNPLoSl
ONEbN2013bNobNemnngl 3.7 23

37 EfficientNzomputationNofNtheNTotalNSolvationNEnergyNofNSmallNMoleculesNviaNtheNRmNGeneralizedNyornN
ModeldNJournalloflChemicallTheorylandlComputationbN2012bNobNhkfkcgg 6.4 27

36 zhargeNhydrationNasymmetryqNtheNbasicNprincipleNandNhowNtoNuseNitNtoNtestNandNimproveNwaterN
modelsdNJournalloflPhysicallChemistrylBbN2012bNggmbNpnnmcoi 3.4 68

35 HaaNidfqNautomatingNpKNpredictionNandNtheNpreparationNofNbiomolecularNstructuresNforNatomisticN
molecularNmodelingNandNsimulationsdNNucleiclAcidslResearchbN2012bNkfbNWlinckg 20.1 876

34 HeatNconductivityNofN NxNdoubleNhelixdNPhysicallReviewlBbN2011bNoibN 3.3 37

33 xNstrategyNforNreducingNgrossNerrorsNinNtheNgeneralizedNyornNmodelsNofNimplicitNsolvationdNJournallofl
ChemicallPhysicsbN2011bNgikbNgmkgfk 3.9 19

32 xnNnNlogNnNGeneralizedNyornNxpproximationdNJournalloflChemicallTheorylandlComputationbN2011bNnbNlkkclp6.4 12

31 PathogenicNpeptideNdeviationsNsupportNaNmodelNofNadaptiveNevolutionNofNchordateNcardiacN
performanceNbyNtroponinNmutationsdNPhysiologicallGenomicsbN2010bNkhbNhoncpp 3.6 17

30 StatisticsNandNphysicalNoriginsNofNpKNandNionizationNstateNchangesNuponNproteincligandNbindingdN
BiophysicallJournalbN2010bNpobNonhcof 2.9 38

29 zhargeNstateNofNtheNglobularNhistoneNcoreNcontrolsNstabilityNofNtheNnucleosomedNBiophysicallJournalbN
2010bNppbNglnncol 2.9 54

28 ReducingNtheNSecondaryNStructureNyiasNinNtheNGeneralizedNyornNModelNviaNRmNEffectiveNRadiidN
JournalloflChemicallTheorylandlComputationbN2010bNmbNimgicimif 6.4 44
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27 xnNNNlogNNNapproximationNbasedNonNtheNnaturalNorganizationNofNbiomoleculesNforNspeedingNupNtheN
computationNofNlongNrangeNinteractionsdNJournalloflComputationallChemistrybN2010bNigbNmpgcnfm 3.5 11

26 xcceleratingNelectrostaticNsurfaceNpotentialNcalculationNwithNmulticscaleNapproximationNonNgraphicsN
processingNunitsdNJournalloflMolecularlGraphicslandlModellingbN2010bNhobNpfkcgf 2.8 18

25 xnNanalyticalNapproachNtoNcomputingNbiomolecularNelectrostaticNpotentialdNIdN erivationNandNanalysisdN
JournalloflChemicallPhysicsbN2008bNghpbNfnlgfg 3.9 23

24 ImplicitNSolventNModelsNinNMolecularN ynamicsNSimulationsqNxNyriefNOverviewdNAnnuallReportslinl
ComputationallChemistrybN2008bNkbNghlcgin 1.8 63

23 xnNanalyticalNapproachNtoNcomputingNbiomolecularNelectrostaticNpotentialdNIIdNValidationNandN
applicationsdNJournalloflChemicallPhysicsbN2008bNghpbNfnlgfh 3.9 21

22
xtomicNlevelNcomputationalNidentificationNofNligandNmigrationNpathwaysNbetweenNsolventNandN
bindingNsiteNinNmyoglobindNProceedingsloflthelNationallAcademyloflSciencesloflthelUnitedlStateslofl
AmericabN2008bNgflbNphfkcp

11.5 132

21 xnalysisNofNbasicNclusteringNalgorithmsNforNnumericalNestimationNofNstatisticalNaveragesNinN
biomoleculesdNJournalloflComputationallBiologybN2008bNglbNgmlcok 1.7 38

20 GeneralizedNyornNmodelNwithNaNsimplebNrobustNmolecularNvolumeNcorrectiondNJournalloflChemicall
TheorylandlComputationbN2007bNibNglmcgmp 6.4 267

19 ValidationNandNestimationNofNparametersNforNaNgeneralNprobabilisticNmodelNofNtheNPzRNprocessdN
JournalloflComputationallBiologybN2007bNgkbNpncggh 1.7 4

18 xnalysisNofNintegralNexpressionsNforNeffectiveNyornNradiidNJournalloflChemicallPhysicsbN2007bNghnbNgolgfg 3.9 48

17 xnalyticalNelectrostaticsNforNbiomoleculesqNbeyondNtheNgeneralizedNyornNapproximationdNJournallofl
ChemicallPhysicsbN2006bNghkbNghkpfh 3.9 90

16 xNcomputationalNstudyNofNnucleosomalN NxNflexibilitydNBiophysicallJournalbN2006bNpgbNkghgcih 2.9 65

15 xNsimpleNclusteringNalgorithmNcanNbeNaccurateNenoughNforNuseNinNcalculationsNofNpKsNinN
macromoleculesdNProteins:lStructure,lFunctionlandlBioinformaticsbN2006bNmibNphocio 4.2 204

14 HaaqNaNserverNforNestimatingNpKasNandNaddingNmissingNhydrogensNtoNmacromoleculesdNNucleiclAcidsl
ResearchbN2005bNiibNWimocng 20.1 967

13 IncorporatingNvariableNdielectricNenvironmentsNintoNtheNgeneralizedNyornNmodeldNJournallofl
ChemicallPhysicsbN2005bNghhbNfpklgg 3.9 69

12 TheNxmberNbiomolecularNsimulationNprogramsdNJournalloflComputationallChemistrybN2005bNhmbNgmmocoo 3.5 6155

11 ExploringNproteinNnativeNstatesNandNlargecscaleNconformationalNchangesNwithNaNmodifiedN
generalizedNbornNmodeldNProteins:lStructure,lFunctionlandlBioinformaticsbN2004bNllbNioicpk 4.2 1728

10
PerformanceNcomparisonNofNgeneralizedNbornNandNPoissonNmethodsNinNtheNcalculationNofN
electrostaticNsolvationNenergiesNforNproteinNstructuresdNJournalloflComputationallChemistrybN2004bN
hlbNhmlcok

3.5 465
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9  ecomposingNzomplexNzooperativeNLigandNyindingNintoNSimpleNzomponentsqNNzonnectionsN
betweenNMicroscopicNandNMacroscopicNModelsdNJournalloflPhysicallChemistrylBbN2004bNgfobNggglncgggmp 3.4 24

8 StructuralNdetailsbNpathwaysbNandNenergeticsNofNunfoldingNapomyoglobindNJournalloflMolecularl
BiologybN2003bNihlbNlllcmn 6.5 50

7 ModelingNofNflapNendonucleaseNinteractionsNwithN NxNsubstratedNJournalloflMolecularlBiologybN2003bN
ihobNlinclk 6.5 34

6 ProtonNaffinityNchangesNdrivingNunidirectionalNprotonNtransportNinNtheNbacteriorhodopsinN
photocycledNJournalloflMolecularlBiologybN2003bNiihbNggoicpi 6.5 59

5 EffectiveNyornNradiiNinNtheNgeneralizedNyornNapproximationqNtheNimportanceNofNbeingNperfectdN
JournalloflComputationallChemistrybN2002bNhibNghpncifk 3.5 364

4 xNnovelNviewNofNpHNtitrationNinNbiomoleculesdNBiochemistrybN2001bNkfbNikgicp 3.2 169

3 ModificationNofNtheNGeneralizedNyornNModelNSuitableNforNMacromoleculesdNJournalloflPhysicall
ChemistrylBbN2000bNgfkbNinghcinhf 3.4 830

2 zontinuumNElectrostaticsNSolventNModelingNwithNtheNGeneralizedNyornNModelghncgml 25

1 yindingNofNregulatoryNproteinsNtoNnucleosomesNisNmodulatedNbyNdynamicNhistoneNtails 3
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