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i Paper IF Citations

123 OptimizingNMultisiteN˛»c–ynamicsNThroughputNwithNzhargeNRenormalizationddNJournaloofoChemicalo
InformationoandoModelingbN2022bNmhbNgknpcgkoo 6.1 1

122 xllosteryNinNtheNdynamicNcoactivatorNdomainNKβXNoccursNthroughNminorNconformationalN
microcstatesddNPLoSoComputationaloBiologybN2022bNgobNegffppnn 5

121 FlexibleNz–OzK—RqNαybridNSearchingNxlgorithmNandNScoringNFunctionNwithNSideNzhainN
zonformationalN—ntropydNJournaloofoChemicaloInformationoandoModelingbN2021bNmgbNllilcllkp 6.1 1

120 yLa–—qNxNyasicNLambdaN–ynamicsN—ngineNforNōPUcxcceleratedNMolecularN–ynamicsNFreeN—nergyN
zalculationsdNJournaloofoChemicaloTheoryoandoComputationbN2021bNgnbNmnppcmofn 6.4 1

119 xNstrategyNforNprolineNandNglycineNmutationsNtoNproteinsNwithNalchemicalNfreeNenergyNcalculationsdN
JournaloofoComputationaloChemistrybN2021bNkhbNgfoocgfpk 3.5 3

118 —xploringNpαN–ependentNαosteōuestNyindingNxffinitiesdNJournaloofoPhysicaloChemistryoBbN2020bNghkbNmlhfcmlho3.4 2

117 —lectrostaticNForcesNzontrolNtheNNegativeNxllostericNRegulationNinNaN–isorderedNProteinNSwitchdN
JournaloofoPhysicaloChemistryoLettersbN2020bNggbNomkcomo 6.4 8

116
xcceleratingNtheNōeneralizedNyornNwithNMolecularNVolumeNandNSolventNxccessibleNSurfaceNxreaN
βmplicitNSolventNModelNUsingNōraphicsNProcessingNUnitsdNJournaloofoComputationaloChemistrybN2020bN
kgbNoifcoio

3.5 7

115 xutomatedbNxccuratebNandNScalableNRelativeNProteincLigandNyindingNFreec—nergyNzalculationsNUsingN
LambdaN–ynamicsdNJournaloofoChemicaloTheoryoandoComputationbN2020bNgmbNnoplcnpgk 6.4 16

114 zomputationalNStudiesNofNzatalyticNLoopN–ynamicsNinNProteinNTyrosineNPhosphataseNUsingNPathwayN
OptimizationNMethodsdNJournaloofoPhysicaloChemistryoBbN2019bNghibNnokfcnolg 3.4 1

113 αydroxylNRadicalczoupledN—lectroncTransferNMechanismNofNFlavinc–ependentNαydroxylasesdNJournalo
ofoPhysicaloChemistryoBbN2019bNghibNofmlcofni 3.4 8

112 —nhancedNSamplingNxppliedNtoNModelingNxllostericNRegulationNinNTranscriptiondNJournaloofoPhysicalo
ChemistryoLettersbN2019bNgfbNlpmiclpmo 6.4 9

111 MolecularNMechanismsNofNβnteractionsNbetweenNMonolayeredNTransitionNMetalN–ichalcogenidesNandN
yiologicalNMoleculesdNJournaloofotheoAmericanoChemicaloSocietybN2019bNgkgbNppofcppoo 16.4 18

110 StructuralNbasisNforNselectivityNinNflavincdependentNmonooxygenaseccatalyzedNoxidativeN
dearomatizationdNACSoCatalysisbN2019bNpbNimiicimkf 13.1 17

109 OvercomingNzhallengingNSubstituentNPerturbationsNwithNMultisiteN˛»c–ynamicsqNxNzaseNStudyN
TargetingN˛†cSecretaseNgdNJournaloofoPhysicaloChemistryoLettersbN2019bNgfbNkonlckoof 6.4 10

108 –ecipheringNproteinNevolutionNandNfitnessNlandscapesNwithNlatentNspaceNmodelsdNNatureo
CommunicationsbN2019bNgfbNlmkk 17.4 25

107 βnvestigatingNtheN—ffectNofNTwocPointNSurfaceNxttachmentNonN—nzymeNStabilityNandNxctivitydNJournalo
ofotheoAmericanoChemicaloSocietybN2018bNgkfbNgmlmfcgmlmp 16.4 33
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106 xpproachingNproteinNdesignNwithNmultisiteN˛»NdynamicsqNxccurateNandNscalableNmutationalNfoldingN
freeNenergiesNinNTkNlysozymedNProteinoSciencebN2018bNhnbNgpgfcgphh 6.3 11

105 PredictingNyindingNFreeN—nergiesNinNaNLargeNzombinatorialNzhemicalNSpaceNUsingNMultisiteN˛»N
–ynamicsdNJournaloofoPhysicaloChemistryoLettersbN2018bNpbNiihociiih 6.4 17

104 MolecularNβnteractionsNbetweenNōrapheneNandNyiologicalNMoleculesdNJournaloofotheoAmericano
ChemicaloSocietybN2017bNgipbNgphocgpim 16.4 77

103 —xploringNProteincNanoparticleNβnteractionsNwithNzoarsecōrainedNProteinNFoldingNModelsdNSmallbN
2017bNgibNgmfinko 11 25

102 OrientationN–eterminationNofNaNαybridNPeptideNβmmobilizedNonNzV–cyasedNReactiveNPolymerN
SurfacesdNJournaloofoPhysicaloChemistryoCbN2016bNghfbNgpfnocgpfom 3.8 11

101 —fficientNimplementationNofNconstantNpαNmolecularNdynamicsNonNmodernNgraphicsNprocessorsdN
JournaloofoComputationaloChemistrybN2016bNinbNhgngcof 3.5 13

100 ParallelizationNandNimprovementsNofNtheNgeneralizedNbornNmodelNwithNaNsimpleNsWitchingNfunctionN
forNmodernNgraphicsNprocessorsdNJournaloofoComputationaloChemistrybN2016bNinbNphncip 3.5 21

99 FlexibleNz–OzK—RqN–evelopmentNandNapplicationNofNaNpseudocexplicitNstructurecbasedNdockingN
methodNwithinNzαxRMMdNJournaloofoComputationaloChemistrybN2016bNinbNnlicmh 3.5 61

98
FrequentNsideNchainNmethylNcarboncoxygenNhydrogenNbondingNinNproteinsNrevealedNbyN
computationalNandNstereochemicalNanalysisNofNneutronNstructuresdNProteins:oStructure,oFunctionoando
BioinformaticsbN2015bNoibNkfickgf

4.2 31

97 zonstantNpαNmolecularNdynamicsNofNproteinsNinNexplicitNsolventNwithNprotonNtautomerismdNProteins:o
Structure,oFunctionoandoBioinformaticsbN2014bNohbNgigpcig 4.2 73

96 PzxSSOqNaNfastNandNefficientNz˛–cbasedNmethodNforNaccuratelyNassigningNproteinNsecondaryNstructureN
elementsdNJournaloofoComputationaloChemistrybN2014bNilbNgnlncmg 3.5 19

95 xssessingNtheNqualityNofNabsoluteNhydrationNfreeNenergiesNamongNzαxRMMccompatibleNligandN
parameterizationNschemesdNJournaloofoComputationaloChemistrybN2013bNikbNopicpfi 3.5 30

94 pαcsensitiveNresiduesNinNtheNpgpNRNxNsilencingNsuppressorNproteinNfromNcarnationNβtalianNringspotN
virusNaffectNsiRNxNbindingNstabilitydNProteinoSciencebN2013bNhhbNlplcmfk 6.3 13

93 MxTzαqNanNatomctypingNtoolsetNforNmolecularNmechanicsNforceNfieldsdNJournaloofoComputationalo
ChemistrybN2012bNiibNgopchfh 3.5 115

92 PredictingNextremeNpKaNshiftsNinNstaphylococcalNnucleaseNmutantsNwithNconstantNpαNmolecularN
dynamicsdNProteins:oStructure,oFunctionoandoBioinformaticsbN2011bNnpbNihnmcom 4.2 39

91 xNMechanismNforN—volvingNNovelNPlantNSesquiterpeneNSynthaseNFunctiondNMolecularoInformaticsbN
2011bNifbNopmcpfm 3.8 6

90 SurveyingNimplicitNsolventNmodelsNforNestimatingNsmallNmoleculeNabsoluteNhydrationNfreeNenergiesdN
JournaloofoComputationaloChemistrybN2011bNihbNhpfpchi 3.5 58

89 xpplyingNefficientNimplicitNnongeometricNconstraintsNinNalchemicalNfreeNenergyNsimulationsdNJournalo
ofoComputationaloChemistrybN2011bNihbNikhicih 3.5 32
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88 StericNandNthermodynamicNlimitsNofNdesignNforNtheNincorporationNofNlargeNunnaturalNaminoNacidsNinN
aminoacylctRNxNsynthetaseNenzymesdNProteins:oStructure,oFunctionoandoBioinformaticsbN2010bNnobNgphmcio 4.2 3

87 FoldōPzRqNstructureNpredictionNprotocolNforNtheNtransmembraneNdomainNofNōNproteinccoupledN
receptorsNfromNclassNxdNProteins:oStructure,oFunctionoandoBioinformaticsbN2010bNnobNhgopchfg 4.2 31

86 TheNflexibleNzcterminalNarmNofNtheNLassaNarenavirusNZcproteinNmediatesNinteractionsNwithNmultipleN
bindingNpartnersdNProteins:oStructure,oFunctionoandoBioinformaticsbN2010bNnobNhhlgcmk 4.2 9

85 LambdacdynamicsNfreeNenergyNsimulationNmethodsdNJournaloofoComputationaloChemistrybN2009bNifbNgmphcnff3.5 138

84 PredictingNstructurallyNconservedNcontactsNforNhomologousNproteinsNusingNsequenceNconservationN
filtersdNProteins:oStructure,oFunctionoandoBioinformaticsbN2009bNnnbNkkocli 4.2 10

83 FunctionallyNimportantNconformationsNofNtheNMethfNloopNinNdihydrofolateNreductaseNareNpopulatedN
byNrapidNthermalNfluctuationsdNJournaloofotheoAmericanoChemicaloSocietybN2009bNgigbNlmkhcn 16.4 52

82 βnsightsNfromNcoarsecgrainedNō¯�NmodelsNforNproteinNfoldingNandNdynamicsdNInternationaloJournaloofo
MolecularoSciencesbN2009bNgfbNoopcpfl 6.3 198

81 βmprovedNmodelNbuildingNandNassessmentNofNtheNzalciumcsensingNreceptorNtransmembraneNdomaindN
Proteins:oStructure,oFunctionoandoBioinformaticsbN2008bNngbNhglchm 4.2 26

80 PredictionNofNproteinNloopNconformationsNusingNmultiscaleNmodelingNmethodsNwithNphysicalNenergyN
scoringNfunctionsdNJournaloofoComputationaloChemistrybN2008bNhpbNohfcig 3.5 37

79 βmplicitNmodelingNofNnonpolarNsolvationNforNsimulatingNproteinNfoldingNandNconformationalN
transitionsdNPhysicaloChemistryoChemicaloPhysicsbN2008bNgfbNkngcog 3.6 116

78 ThermodynamicNxspectsdNAdvancesoinoChemicaloPhysicsbN2007bNgnlcgpf

77 —xperimentalNzomparisonsNandNxnalysisdNAdvancesoinoChemicaloPhysicsbN2007bNgpgchhk

76 ProteinNStructureNandN–ynamicsâ��xnNOverviewdNAdvancesoinoChemicaloPhysicsbN2007bNnchg 7

75 PotentialNFunctionsdNAdvancesoinoChemicaloPhysicsbN2007bNhicig 1

74 –ynamicalNSimulationNMethodsdNAdvancesoinoChemicaloPhysicsbN2007bNiiclo 2

73 ThermodynamicNMethodsdNAdvancesoinoChemicaloPhysicsbN2007bNlpcnk

72 xtomNandNSidechainNMotionsdNAdvancesoinoChemicaloPhysicsbN2007bNnlcggm

71 RigidcyodyNMotionsdNAdvancesoinoChemicaloPhysicsbN2007bNggncghm 1

Charles L Brooks Iii

4



70 LargercScaleNMotionsdNAdvancesoinoChemicaloPhysicsbN2007bNghncgim

69 SolventNβnfluenceNonNProteinN–ynamicsdNAdvancesoinoChemicaloPhysicsbN2007bNgincgnk 1

68 zanNmolecularNdynamicsNsimulationsNprovideNhighcresolutionNrefinementNofNproteinNstructurevdN
Proteins:oStructure,oFunctionoandoBioinformaticsbN2007bNmnbNphhcif 4.2 116

67 zonformationalNchangeNofNtheNmethionineNhfNloopNofN—scherichiaNcoliNdihydrofolateNreductaseN
modulatesNpKaNofNtheNboundNdihydrofolatedNProteinoSciencebN2007bNgmbNgfoncgff 6.3 34

66 αarmonicNFourierNbeadsNmethodNforNstudyingNrareNeventsNonNruggedNenergyNsurfacesdNJournaloofo
ChemicaloPhysicsbN2006bNghlbNgnkgfo 3.9 37

65
xNlineNintegralNreactionNpathNapproximationNforNlargeNsystemsNviaNnonlinearNconstrainedN
optimizationqNapplicationNtoNalanineNdipeptideNandNtheNbetaNhairpinNofNproteinNōdNJournaloofoChemicalo
PhysicsbN2006bNghkbNgpkpfi

3.9 8

64 FluctuatingNchargeNforceNfieldsqNrecentNdevelopmentsNandNapplicationsNfromNsmallNmoleculesNtoN
macromolecularNbiologicalNsystemsdNMolecularoSimulationbN2006bNihbNhigchkp 2 101

63 RevisitingNtheNhexanecwaterNinterfaceNviaNmolecularNdynamicsNsimulationsNusingNnonadditiveN
alkanecwaterNpotentialsdNJournaloofoChemicaloPhysicsbN2006bNghkbNhfknfm 3.9 54

62 ModelNofNtheNtoxicNcomplexNofNanthraxqNresponsiveNconformationalNchangesNinNbothNtheNlethalNfactorN
andNtheNprotectiveNantigenNheptamerdNProteinoSciencebN2006bNglbNhgpfchff 6.3 21

61 —xploringNassemblyNenergeticsNofNtheNifSNribosomalNsubunitNusingNanNimplicitNsolventNapproachdN
JournaloofotheoAmericanoChemicaloSocietybN2005bNghnbNggghlcii 16.4 24

60 StructurebNthermodynamicsbNandNliquidcvaporNequilibriumNofNethanolNfromNmolecularcdynamicsN
simulationsNusingNnonadditiveNinteractionsdNJournaloofoChemicaloPhysicsbN2005bNghibNgmklfh 3.9 58

59 ReceptorNrigidityNandNligandNmobilityNinNtrypsincligandNcomplexesdNProteins:oStructure,oFunctionoando
BioinformaticsbN2005bNlobNkfncgn 4.2 21

58 xNnonadditiveNmethanolNforceNfieldqNbulkNliquidNandNliquidcvaporNinterfacialNpropertiesNviaNmolecularN
dynamicsNsimulationsNusingNaNfluctuatingNchargeNmodeldNJournaloofoChemicaloPhysicsbN2005bNghhbNfhklfo 3.9 61

57 –etailedNconsiderationsNforNaNbalancedNandNbroadlyNapplicableNforceNfieldqNaNstudyNofNsubstitutedN
benzenesNmodeledNwithNOPLScxxdNJournaloofoComputationaloChemistrybN2005bNhmbNglhpckg 3.5 25

56 xpplicationNofNtorsionNangleNmolecularNdynamicsNforNefficientNsamplingNofNproteinNconformationsdN
JournaloofoComputationaloChemistrybN2005bNhmbNglmlcno 3.5 63

55 xNmodifiedNTβPiPNwaterNpotentialNforNsimulationNwithN—waldNsummationdNJournaloofoChemicaloPhysics
bN2004bNghgbNgffpmcgfi 3.9 715

54 zonstantcpαNmolecularNdynamicsNusingNcontinuousNtitrationNcoordinatesdNProteins:oStructure,o
FunctionoandoBioinformaticsbN2004bNlmbNnioclh 4.2 267

53 xnNelectrostaticNbasisNforNtheNstabilityNofNthermophilicNproteinsdNProteins:oStructure,oFunctionoando
BioinformaticsbN2004bNlnbNghockg 4.2 108
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52 TheNcouplingNofNstructuralNfluctuationsNtoNhydrideNtransferNinNdihydrofolateNreductasedNProteins:o
Structure,oFunctionoandoBioinformaticsbN2004bNlnbNkkkcln 4.2 47

51 zαxRMMNfluctuatingNchargeNforceNfieldNforNproteinsqNβNparameterizationNandNapplicationNtoNbulkN
organicNliquidNsimulationsdNJournaloofoComputationaloChemistrybN2004bNhlbNgcgl 3.5 414

50
PerformanceNcomparisonNofNgeneralizedNbornNandNPoissonNmethodsNinNtheNcalculationNofN
electrostaticNsolvationNenergiesNforNproteinNstructuresdNJournaloofoComputationaloChemistrybN2004bN
hlbNhmlcok

3.5 465

49 —fficientNapproximateNallcatomNsolventNaccessibleNsurfaceNareaNmethodNparameterizedNforNfoldedN
andNdenaturedNproteinNconformationsdNJournaloofoComputationaloChemistrybN2004bNhlbNgfflcgk 3.5 21

48
—xtendingNtheNtreatmentNofNbackboneNenergeticsNinNproteinNforceNfieldsqNlimitationsNofNgascphaseN
quantumNmechanicsNinNreproducingNproteinNconformationalNdistributionsNinNmolecularNdynamicsN
simulationsdNJournaloofoComputationaloChemistrybN2004bNhlbNgkffcgl

3.5 2792

47
zαxRMMNfluctuatingNchargeNforceNfieldNforNproteinsqNββNproteinesolventNpropertiesNfromNmolecularN
dynamicsNsimulationsNusingNaNnonadditiveNelectrostaticNmodeldNJournaloofoComputationaloChemistrybN
2004bNhlbNglfkcgk

3.5 371

46 βmplicitNsolvationNbasedNonNgeneralizedNyornNtheoryNinNdifferentNdielectricNenvironmentsdNJournaloofo
ChemicaloPhysicsbN2004bNghfbNpficgg 3.9 124

45 NormalNmodeNbasedNflexibleNfittingNofNhighcresolutionNstructureNintoNlowcresolutionNexperimentalN
dataNfromNcryoc—MdNJournaloofoStructuraloBiologybN2004bNgknbNiglchm 3.4 202

44 zomparativeNstudyNofNseveralNalgorithmsNforNflexibleNligandNdockingdNJournaloofoComputer-Aidedo
MolecularoDesignbN2003bNgnbNnllcmi 4.2 245

43 TemperaturecdependentNbehaviorNofNproteincchromophoreNinteractionsqNaNtheoreticalNstudyNofNaN
blueNfluorescentNantibodydNChemPhysChembN2003bNkbNokocll 3.2 5

42 NewNanalyticNapproximationNtoNtheNstandardNmolecularNvolumeNdefinitionNandNitsNapplicationNtoN
generalizedNyornNcalculationsdNJournaloofoComputationaloChemistrybN2003bNhkbNgikoclm 3.5 435

41 –etailedNanalysisNofNgridcbasedNmolecularNdockingqNxNcaseNstudyNofNz–OzK—RcxNzαxRMmcbasedNM–N
dockingNalgorithmdNJournaloofoComputationaloChemistrybN2003bNhkbNglkpcmh 3.5 1032

40 ōeneralizedNbornNmodelNwithNaNsimpleNsmoothingNfunctiondNJournaloofoComputationaloChemistrybN
2003bNhkbNgmpgcnfh 3.5 578

39 TheNimportanceNofNexplicitNchainNrepresentationNinNproteinNfoldingNmodelsqNanNexaminationNofN
βsingclikeNmodelsdNProteins:oStructure,oFunctionoandoBioinformaticsbN2003bNlibNnkfcn 4.2 30

38 —ffectNofNgatekeepersNonNtheNearlyNfoldingNkineticsNofNaNmodelN˛†cbarrelNproteindNJournaloofoChemicalo
PhysicsbN2003bNggpbNlnhhclnhp 3.9 20

37 TheNoriginsNofNasymmetryNinNtheNfoldingNtransitionNstatesNofNproteinNLNandNproteinNōdNProteinoSciencebN
2002bNggbNhilgcmg 6.3 313

36 ModernNproteinNforceNfieldsNbehaveNcomparablyNinNmolecularNdynamicsNsimulationsdNJournaloofo
ComputationaloChemistrybN2002bNhibNgfklcln 3.5 92

35 —valuatingNzxSPkNpredictionsNwithNphysicalNenergyNfunctionsdNProteins:oStructure,oFunctionoando
BioinformaticsbN2002bNkpbNhihckl 4.2 75
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34 NovelNgeneralizedNyornNmethodsdNJournaloofoChemicaloPhysicsbN2002bNggmbNgfmfmcgfmgk 3.9 391

33 FromNfoldingNtheoriesNtoNfoldingNproteinsqNaNreviewNandNassessmentNofNsimulationNstudiesNofNproteinN
foldingNandNunfoldingdNAnnualoReviewoofoPhysicaloChemistrybN2001bNlhbNkppclil 15.7 447

32 xccurateNreconstructionNofNallcatomNproteinNrepresentationsNfromNsidecchaincbasedNlowcresolutionN
modelsdNProteins:oStructure,oFunctionoandoBioinformaticsbN2000bNkgbNomcpn 4.2 80

31 —nergeticNfrustrationNandNtheNnatureNofNtheNtransitionNstateNinNproteinNfoldingdNJournaloofoChemicalo
PhysicsbN2000bNggibNnmmicnmng 3.9 75

30 FreeNenergyNscreeningNofNsmallNligandsNbindingNtoNanNartificialNproteinNcavitydNJournaloofoChemicalo
PhysicsbN2000bNggibNikhicikii 3.9 19

29 zorrelationNbetweenNknowledgecbasedNandNdetailedNatomicNpotentialsqNxpplicationNtoNtheNunfoldingN
ofNtheNōzNkNleucineNzipperdNProteins:oStructure,oFunctionoandoBioinformaticsbN1999bNilbNkkncklh 4.2 29

28 xssessingNenergyNfunctionsNforNflexibleNdockingdNJournaloofoComputationaloChemistrybN1998bNgpbNgmghcgmhh3.5 132

27 xssessingNsearchNstrategiesNforNflexibleNdockingdNJournaloofoComputationaloChemistrybN1998bNgpbNgmhicgmig3.5 102

26 —xploringNtheNspaceNofNproteinNfoldingNαamiltoniansqNTheNbalanceNofNforcesNinNaNminimalistN˛†cbarrelN
modeldNJournaloofoChemicaloPhysicsbN1998bNgfpbNhoplchpfi 3.9 89

25 xNreexaminationNofNtheNhydrophobicNeffectqN—xploringNtheNroleNofNtheNsolventNmodelNinNcomputingN
theNmethaneâ��methaneNpotentialNofNmeanNforcedNJournaloofoChemicaloPhysicsbN1997bNgfmbNphmlcphmp 3.9 64

24 zuriousNstructureNinNPcanonicalPNalaninecbasedNpeptidesdNProteins:oStructure,oFunctionoando
BioinformaticsbN1997bNhobNlpcng 4.2 53

23 xNmolecularNdynamicsNsimulationNstudyNofNsegmentNygNofNproteinNōdNProteins:oStructure,oFunctionoando
BioinformaticsbN1997bNhpbNgpichfh 4.2 39

22 ThermodynamicsNofNproteinNfoldingqNaNstatisticalNmechanicalNstudyNofNaNsmallNallcbetaNproteindN
BiopolymersbN1997bNkhbNnklcln 2.2 103

21 ˛»cdynamicsqNxNnewNapproachNtoNfreeNenergyNcalculationsdNJournaloofoChemicaloPhysicsbN1996bNgflbNhkgkchkhi3.9 267

20 xNmicroscopicNviewNofNhelixNpropagationqNNNandNzcterminalNhelixNgrowthNinNalanineNhelicesdNJournaloofo
MolecularoBiologybN1996bNhlpbNlmfcnh 6.5 109

19 PredictionNofNquaternaryNstructureNofNcoiledNcoilsdNxpplicationNtoNmutantsNofNtheNōzNkNleucineN
zipperdNJournaloofoMolecularoBiologybN1995bNhlgbNkkocmn 6.5 44

18 –ynamicNloadNbalancingNalgorithmsNforNreplicatedNdataNmolecularNdynamicsdNJournaloofo
ComputationaloChemistrybN1995bNgmbNnglcnhh 3.5 7

17
βmplementationNofNaNdataNparallelbNlogicalNdomainNdecompositionNmethodNforNinterparticleN
interactionsNinNmolecularNdynamicsNofNstructuredNmolecularNfluidsdNJournaloofoComputationalo
ChemistrybN1994bNglbNkkcli

3.5 4

(1994-2002)
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16 zlusterNstructureNdeterminationNusingNōaussianNdensityNdistributionNglobalNminimizationNmethodsdN
JournaloofoChemicaloPhysicsbN1994bNgfgbNmkflcmkgg 3.9 27

15 TheNStabilityNofNProteinNSecondaryNStructuresNinNxqueousNSolutiondNAIPoConferenceoProceedingsbN
1991bN 0 3

14 VectorNandNparallelNalgorithmsNforNtheNmolecularNdynamicsNsimulationNofNmacromoleculesNonN
sharedcmemoryNcomputersdNJournaloofoComputationaloChemistrybN1991bNghbNghnfcghnn 3.5 36

13 VirtualNrigidNbodyNdynamicsdNBiopolymersbN1991bNigbNnncgff 2.2 25

12 ReactionNpathsNandNfreeNenergyNprofilesNforNconformationalNtransitionsqNxnNinternalNcoordinateN
approachdNJournaloofoChemicaloPhysicsbN1991bNplbNnmghcnmhl 3.9 61

11 ProteincdrugNinteractionsqNcharacterizationNofNinhibitorNbindingNinNcomplexesNofN–αFRNwithN
trimethoprimNandNrelatedNderivativesdNProteins:oStructure,oFunctionoandoBioinformaticsbN1990bNnbNlhcmg 4.2 34

10 TheNthermodynamicsNofNsolvophobicNeffectsqNxNmolecularcdynamicsNstudyNofNncbutaneNinNcarbonN
tetrachlorideNandNwaterdNJournaloofoChemicaloPhysicsbN1990bNphbNhlohchlph 3.9 56

9 ThermodynamicNcalculationsNonNbiologicalNmoleculesdNInternationaloJournaloofoQuantumoChemistrybN
1988bNikbNhhgchik 2.1 12

8 MolecularNdynamicsNwithNinternalNcoordinateNconstraintsdNJournaloofoChemicaloPhysicsbN1988bNopbNlgglclghn3.9 81

7 xnNabNinitioNstudyNofNhydratedNchlorideNionNcomplexesqN—videnceNofNpolarizationNeffectsNandN
nonadditivitydNJournaloofoChemicaloPhysicsbN1987bNonbNlophclopk 3.9 35

6 ThermodynamicsNofNaqueousNsolvationqNSolutionNpropertiesNofNalcoholsNandNalkanesdNJournaloofo
ChemicaloPhysicsbN1987bNonbNifhpcifin 3.9 118

5 TheNinfluenceNofNlongcrangeNforceNtruncationNonNtheNthermodynamicsNofNaqueousNionicNsolutionsdN
JournaloofoChemicaloPhysicsbN1987bNombNlglmclgmh 3.9 71

4 StructuralNandNenergeticNeffectsNofNtruncatingNlongNrangedNinteractionsNinNionicNandNpolarNfluidsdN
JournaloofoChemicaloPhysicsbN1985bNoibNlopnclpfo 3.9 274

3 —xploringNtheNFunctionalNLandscapeNofNyiomolecularNMachinesNviaN—lasticNNetworkNNormalNModeNxnalysislpcnn2

2 βmplicitNSolventNForcecFieldNOptimizationgmncgpf 1

1 zαxRMMqNTheN—nergyNFunctionNandNβtsNParameterization 18
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