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i Paper IF Citations

120 tharacterizationJofJtheJnonXcovalentJinteractionJbetweenJtheJPwX]gcbaccbJinhibitorJandJtheJ
αr−αXtoVXbJmainJproteaseZJJournaliofiMoleculariGraphicsiandiModellingWJ2022WJaa]WJa]h]db 2.8 14

119 αr”P“iJblindJpredictionsJusingJnonequilibriumJalchemicalJapproachesZZJJournaliofiChemicaliPhysicsWJ
2022WJaefWJafda]d 3.9 0

118  nJtheJ—αXuααsJunidirectionalJestimatesJinJtheJαr”P“fJαr”P“ingJchallengeZJJournaliofi
ComputeryAidediMoleculariDesignWJ2021WJceWJa]eeXa]fe 4.2 3

117 VirtualJuoubleXαystemJαingleXsoxJforJrbsoluteJuissociationJwreeJvnergyJtalculationsJinJx− ”rtαZJ
JournaliofiChemicaliInformationiandiModelingWJ2021WJfaWJecb]Xecbf 6.1 1

116 sindingJfreeJenergyJpredictionsJinJhostXguestJsystemsJusingJrutodockdZJrJretrospectiveJanalysisJonJ
αr”P“fWJαr”P“gJandJαr”P“hJchallengesZJJournaliofiComputeryAidediMoleculariDesignWJ2021WJceWJgbaXgbi4.2 2

115 ”ycotoxinsJaptasensingkJwromJmolecularJdockingJtoJelectrochemicalJdetectionJofJdeoxynivalenolZJ
BioelectrochemistryWJ2021WJachWJa]gfia 5.6 10

114 ”ethodologicalJuncertaintiesJinJdrugXreceptorJbindingJfreeJenergyJpredictionsJbasedJonJclassicalJ
molecularJdynamicsZJCurrentiOpinioniiniStructuraliBiologyWJ2021WJfgWJabgXacd 8.1 7

113 αr”P“gJblindJpredictionsJusingJnonequilibriumJalchemicalJapproachesZJJournaliofiComputeryAidedi
MoleculariDesignWJ2021WJceWJcgXdg 4.2 7

112 UpgradedJr”sv−JworceJwieldJforJZincXsindingJ−esiduesJandJ“igandsJforJPredictingJαtructuralJ
PropertiesJandJsindingJrffinitiesJinJZincXProteinsZJACSiOmegaWJ2020WJeWJaec]aXaeca] 3.9 8

111 znteractionJofJhydroxychloroquineJwithJαr−αXtoVbJfunctionalJproteinsJusingJallXatomsJ
nonXequilibriumJalchemicalJsimulationsZJChemicaliCommunicationsWJ2020WJefWJhhedXhhef 5.8 17

110 ”ountingJevidenceJofJwKsPabJimplicationJinJneurodegenerationZJNeuraliRegenerationiResearchWJ
2020WJaeWJbaieXbb]b 4.5 4

109
VirtualJuoubleXαystemJαingleXsoxkJrJ—onequilibriumJrlchemicalJTechniqueJforJrbsoluteJsindingJ
wreeJvnergyJtalculationskJrpplicationJtoJ“igandsJofJtheJαr−αXtoVXbJ”ainJProteaseZJJournaliofi
ChemicaliTheoryiandiComputationWJ2020WJafWJgaf]Xgagb

6.4 18

108 αr”P“fJblindJpredictionsJofJwaterXoctanolJpartitionJcoefficientsJusingJnonequilibriumJalchemicalJ
approachesZJJournaliofiComputeryAidediMoleculariDesignWJ2020WJcdWJcgaXchd 4.2 9

107 rJremarkJonJtheJefficiencyJofJtheJdoubleXsystem[singleXboxJnonequilibriumJapproachJinJtheJ
αr”P“fJαr”P“ingJchallengeZJJournaliofiComputeryAidediMoleculariDesignWJ2020WJcdWJfceXfci 4.2 3

106 zdentificationJofJpotentialJbindersJofJtheJmainJproteaseJct“JofJtheJt VzuXaiJviaJstructureXbasedJ
ligandJdesignJandJmolecularJmodelingZJChemicaliPhysicsiLettersWJ2020WJge]WJacgdhi 2.5 100

105
rssessmentJofJxrwwbJandJ P“αXrrJxeneralJworceJwieldsJinJtombinationJwithJtheJWaterJ”odelsJ
TzPcPWJαPtvWJandJ PtcJforJtheJαolvationJwreeJvnergyJofJuruglikeJ rganicJ”oleculesZJJournaliofi
ChemicaliTheoryiandiComputationWJ2019WJaeWJaihcXaiie

6.4 54

104 αolvationJfreeJenergiesJviaJalchemicalJsimulationskJletRsJgetJhonestJaboutJsamplingWJonceJmoreZJ
PhysicaliChemistryiChemicaliPhysicsWJ2019WJbaWJachbfXachcd 3.6 12
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103 tommentJonJLαtatisticalJefficiencyJofJmethodsJforJcomputingJfreeJenergyJofJhydrationLJ[JZJthemZJ
PhysZJadiWJaddaaaJSb]ahT]ZJJournaliofiChemicaliPhysicsWJ2019WJae]WJabga]a 3.9 5

102 zmidazoleJinJrqueousJαolutionkJyydrogenJsondJznteractionsJandJαtructuralJ−eorganizationJwithJ
toncentrationZJJournaliofiPhysicaliChemistryiBWJ2019WJabcWJd]eeXd]fd 3.4 8

101 UpgradingJandJValidationJofJtheJr”sv−JworceJwieldJforJyistidineJandJtysteineJZincSzzTXsindingJ
−esiduesJinJαitesJwithJwourJProteinJ“igandsZJJournaliofiChemicaliInformationiandiModelingWJ2019WJeiWJch]cXchaf6.1 18

100 slockingJtheJwKsPabJinducedJdendrimericJburstJinJaberrantJaggregationJofJ˛–XsynucleinJbyJusingJtheJ
vlte—cghJsyntheticJinhibitorZJJournaliofiEnzymeiInhibitioniandiMedicinaliChemistryWJ2019WJcdWJagaaXagae 5.6 1

99 vvidenceJofJaJ“owXyighJuensityJTurningJPointJinJ“iquidJWaterJatJ rdinaryJTemperatureJunderJ
PressurekJrJ”olecularJuynamicsJαtudyZJJournaliofiPhysicaliChemistryiLettersWJ2019WJa]WJfdadXfdah 6.4 6

98 rccuracyWJprecisionWJandJefficiencyJofJnonequilibriumJalchemicalJmethodsJforJcomputingJfreeJ
energiesJofJsolvationZJzZJsidirectionalJapproachesZJJournaliofiChemicaliPhysicsWJ2019WJaeaWJaddaac 3.9 10

97 PrecisionJandJcomputationalJefficiencyJofJnonequilibriumJalchemicalJmethodsJforJcomputingJfreeJ
energiesJofJsolvationZJzzZJUnidirectionalJestimatesZJJournaliofiChemicaliPhysicsWJ2019WJaeaWJaddaae 3.9 10

96 “ipidJtemperingJsimulationJofJmodelJbiologicalJmembranesJonJparallelJplatformsZJBiochimicaiEti
BiophysicaiActaiyiBiomembranesWJ2018WJahf]WJadh]Xadhh 3.8 3

95
torrespondenceJbetweenJlightXabsorptionJspectrumJandJnonequilibriumJworkJdistributionJasJaJ
meanJtoJaccessJfreeJenergyJdifferencesJbetweenJelectronicJstatesZJJournaliofiChemicaliPhysicsWJ
2018WJadiWJ]hda]a

3.9

94 αr”P“fJhostXguestJblindJpredictionsJusingJaJnonJequilibriumJalchemicalJapproachZJJournaliofi
ComputeryAidediMoleculariDesignWJ2018WJcbWJifeXihb 4.2 26

93 ”yeloidJtellJ“eukemiaJaJznhibitionkJrnJinJαilicoJαtudyJUsingJ—onXequilibriumJwastJuoubleJ
rnnihilationJTechnologyZJJournaliofiChemicaliTheoryiandiComputationWJ2018WJadWJchi]Xci]b 6.4 13

92 rlchemicalJdeterminationJofJdrugXreceptorJbindingJfreeJenergykJWhereJweJstandJandJwhereJweJ
couldJmoveJtoZJJournaliofiMoleculariGraphicsiandiModellingWJ2017WJgaWJbccXbda 2.8 15

91
Primau −rtkJrJwreeJWebJznterfaceJforJtheJrssignmentJofJPartialJthargesWJthemicalJTopologyWJandJ
sondedJParametersJinJ rganicJorJurugJ”oleculesZJJournaliofiChemicaliInformationiandiModelingWJ
2017WJegWJabd]Xabde

6.1 27

90
αtatisticalJ”echanicsJofJ“igandX−eceptorJ—oncovalentJrssociationWJ−evisitedkJsindingJαiteJandJ
αtandardJαtateJVolumesJinJ”odernJrlchemicalJTheoriesZJJournaliofiChemicaliTheoryiandi
ComputationWJ2017WJacWJaibdXaicc

6.4 34

89
sindingJwreeJvnergiesJofJyostXxuestJαystemsJbyJ—onequilibriumJrlchemicalJαimulationsJwithJ
tonstrainedJuynamicskJTheoreticalJwrameworkZJJournaliofiChemicaliTheoryiandiComputationWJ2017WJ
acWJehgdXehhf

6.4 9

88
sindingJwreeJvnergiesJofJyostXxuestJαystemsJbyJ—onequilibriumJrlchemicalJαimulationsJwithJ
tonstrainedJuynamicskJzllustrativeJtalculationsJandJ—umericalJValidationZJJournaliofiChemicali
TheoryiandiComputationWJ2017WJacWJehhgXehii

6.4 8

87
yybridJ”Pz[ pen”PJzmplementationJofJtheJ −rtJ”olecularJuynamicsJProgramJforJxeneralizedJ
vnsembleJandJwastJαwitchingJrlchemicalJαimulationsZJJournaliofiChemicaliInformationiandiModelingWJ
2016WJefWJaaagXba

6.1 34

86 −eformulatingJtheJentropicJcontributionJinJmolecularJdockingJscoringJfunctionsZJJournaliofi
ComputationaliChemistryWJ2016WJcgWJahaiXbg 3.5 6

(2016-2019)
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85 zZJuissociationJfreeJenergiesJofJdrugXreceptorJsystemsJviaJnonXequilibriumJalchemicalJsimulationskJaJ
theoreticalJframeworkZJPhysicaliChemistryiChemicaliPhysicsWJ2016WJahWJadiiaXe]]d 3.6 26

84
zzZJuissociationJfreeJenergiesJinJdrugXreceptorJsystemsJviaJnonequilibriumJalchemicalJsimulationskJ
applicationJtoJtheJwKe]fXrelatedJimmunophilinJligandsZJPhysicaliChemistryiChemicaliPhysicsWJ2016WJ
ahWJae]]eXah

3.6 30

83 UnbiasedJfreeJenergyJestimatesJinJfastJnonequilibriumJtransformationsJusingJxaussianJmixturesZJ
JournaliofiChemicaliPhysicsWJ2015WJadbWJaedaag 3.9 21

82 ”ediaJeffectsJinJmodulatingJtheJconformationalJequilibriumJofJaJmodelJcompoundJforJtumorJ
necrosisJfactorJconvertingJenzymeJinhibitionZJJournaliofiMoleculariStructureWJ2015WJa]iaWJfeXgc 3.4 3

81 vfficientJnonequilibriumJmethodJforJbindingJfreeJenergyJcalculationsJinJmolecularJdynamicsJ
simulationsZJJournaliofiChemicaliTheoryiandiComputationWJ2015WJaaWJdbcXce 6.4 31

80 vnergyXurivenJUndockingJSvuUXy−v”TJinJαoluteJTemperingJ−eplicaJvxchangeJαimulationsZJJournali
ofiChemicaliTheoryiandiComputationWJ2014WJa]WJdciXe] 6.4 12

79 wastJαwitchingJrlchemicalJTransformationsJinJ”olecularJuynamicsJαimulationsZJJournaliofiChemicali
TheoryiandiComputationWJ2014WJa]WJbhacXbc 6.4 31

78 thiral[ringJclosedJvsZJachiral[openJchainJtriazineXbasedJorganogelatorskJinductionJandJamplificationJ
ofJsupramolecularJchiralityJinJorganicJgelsZJSoftiMatterWJ2014WJa]WJcgfbXg] 3.6 5

77 TheJconformationalJlandscapeJofJtartrateXbasedJinhibitorsJofJtheJTrtvJenzymeJasJrevealedJbyJ
yamiltonianJ−eplicaJvxchangeJsimulationZJPhysicaliChemistryiChemicaliPhysicsWJ2013WJaeWJiahfXif 3.6 5

76 TheJpreciseJchemicalXphysicalJnatureJofJtheJpharmacoreJinJwKe]fJbindingJproteinJinhibitionkJvlteXWJ
aJ—ewJclassJofJnanomolarJwKsPabJligandsZJJournaliofiMedicinaliChemistryWJ2013WJefWJa]daXea 8.3 25

75 −egioselectiveJelectrophilicJaccessJtoJnaphtho[aWbXbkhWgXbR]XJandJX[aWbXbkeWfXbR]dithiophenesZJJournali
ofiOrganiciChemistryWJ2013WJghWJcdifXe]b 4.2 17

74 themicalXphysicalJanalysisJofJaJtartrateJmodelJcompoundJforJTrtvJinhibitionZJPhysicaliChemistryi
ChemicaliPhysicsWJ2013WJaeWJahhhaXic 3.6 5

73 ”ultipleJsennettJacceptanceJratioJmadeJeasyJforJreplicaJexchangeJsimulationsZJJournaliofiChemicali
PhysicsWJ2013WJaciWJabda]e 3.9 10

72 tonformationalJlandscapeJofJ—XglycosylatedJpeptidesJdetectingJautoantibodiesJinJmultipleJ
sclerosisWJrevealedJbyJyamiltonianJreplicaJexchangeZJJournaliofiPhysicaliChemistryiBWJ2012WJaafWJedehXfg 3.4 12

71 znsightsJintoJtheJconformationalJswitchingJmechanismJofJtheJhumanJvascularJendothelialJgrowthJ
factorJreceptorJtypeJbJkinaseJdomainZJJournaliofiChemicaliInformationiandiModelingWJ2012WJebWJdhcXia 6.1 5

70 ThermodynamicsJofJstackingJinteractionsJinJproteinsZJAnnualiReportsionitheiProgressiofiChemistryi
SectioniCWJ2011WJa]gWJbdb 7

69 tonformationalJstructureJofJtheJ” xXderivedJpeptideJa]aXa]hJinJsolutionZJBiopolymersWJ2011WJifWJbdeXea2.2 1

68 zntraligandJhydrophobicJinteractionsJrationalizeJdrugJaffinitiesJforJpeptidylXprolylJcisXtransJ
isomeraseJproteinZJJournaliofiPhysicaliChemistryiBWJ2011WJaaeWJfaicXb]a 3.4 11
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67 —ewJPerspectiveJonJyowJandJWhyJzmmunophilinJwKe]fX−elatedJ“igandsJWorkZJJournaliofiPhysicali
ChemistryiLettersWJ2011WJbWJbhcdXbhci 6.4 15

66 wreeJenergyJreconstructionJinJbidirectionalJforceJspectroscopyJexperimentskJtheJeffectJofJtheJ
deviceJstiffnessZJJournaliofiPhysicaliChemistryiBWJ2010WJaadWJbe]iXaf 3.4 8

65 yummerJandJαzaboXlikeJpotentialJofJmeanJforceJestimatorJforJbidirectionalJnonequilibriumJpullingJ
experiments[simulationsZJJournaliofiPhysicaliChemistryiBWJ2010WJaadWJiedfXed 3.4 19

64  −rtkJaJmolecularJdynamicsJsimulationJprogramJtoJexploreJfreeJenergyJsurfacesJinJbiomolecularJ
systemsJatJtheJatomisticJlevelZJJournaliofiComputationaliChemistryWJ2010WJcaWJaa]fXaf 3.5 50

63 vnergyJdissipationJasymmetryJinJtheJnonJequilibriumJfolding[unfoldingJofJtheJsingleJmoleculeJ
alanineJdecapeptideZJChemicaliPhysicsWJ2010WJcgeWJhXae 2.3 13

62 wragmentJa]aXa]hJofJmyelinJoligodendrocyteJglycoproteinkJaJpossibleJleadJcompoundJforJmultipleJ
sclerosisZJJournaliofitheiAmericaniChemicaliSocietyWJ2009WJacaWJagagfXhd 16.4 2

61 rJpotentialJofJmeanJforceJestimatorJbasedJonJnonequilibriumJworkJexponentialJaveragesZJPhysicali
ChemistryiChemicaliPhysicsWJ2009WJaaWJaaebXh 3.6 34

60 ThermodynamicsJofJstackingJinteractionsJinJproteinsZJPhysicaliChemistryiChemicaliPhysicsWJ2008WJa]WJbfgcXhe3.6 70

59 talculationJofJtheJpotentialJofJmeanJforceJfromJnonequilibriumJmeasurementsJviaJmaximumJ
likelihoodJestimatorsZJPhysicaliReviewiEWJ2008WJggWJ]caa]d 2.4 32

58 KeyJroleJofJtheJpolarizationJanisotropyJofJwaterJinJmodelingJclassicalJpolarizableJforceJfieldsZJ
JournaliofiPhysicaliChemistryiAWJ2007WJaaaWJhag]Xf 2.8 70

57 −ecoveringJtheJtrooksJequationJforJdynamicalJsystemsJinJtheJisothermalXisobaricJensemblekJaJ
strategyJbasedJonJtheJequationsJofJmotionZJJournaliofiChemicaliPhysicsWJ2007WJabfWJ]dde]b 3.9 12

56 ProblemsJinJmolecularJdynamicsJofJcondensedJphasesZJTheoreticaliChemistryiAccountsWJ2007WJaagWJaa]eXaab]1.9 5

55 —umericalJverificationJofJtheJgeneralizedJtrooksJnonequilibriumJworkJtheoremJforJ
nonXyamiltonianJmolecularJdynamicsJsimulationsZJJournaliofiChemicaliPhysicsWJ2007WJabgWJ]cdaa] 3.9 14

54 xeneralizationJofJtheJJarzynskiJandJtrooksJnonequilibriumJworkJtheoremsJinJmolecularJdynamicsJ
simulationsZJPhysicaliReviewiEWJ2007WJgeWJ]e]a]a 2.4 34

53 trooksJequationJforJsteeredJmolecularJdynamicsJusingJaJ—osˆ'XyooverJthermostatZJJournaliofi
ChemicaliPhysicsWJ2006WJabeWJafda]a 3.9 52

52 αelfXhealingJumbrellaJsamplingkJaJnonXequilibriumJapproachJforJquantitativeJfreeJenergyJ
calculationsZJJournaliofiPhysicaliChemistryiBWJ2006WJaa]WJad]aaXc 3.4 101

51 ”etadynamicsJsimulationJofJprionJproteinkJbetaXstructureJstabilityJandJtheJearlyJstagesJofJ
misfoldingZJJournaliofitheiAmericaniChemicaliSocietyWJ2006WJabhWJbg]eXa] 16.4 93

50 tommentJonJLfromJsubtleJtoJsubstantialkJroleJofJmetalJionsJonJpiXpiJinteractionsLZJJournaliofi
PhysicaliChemistryiBWJ2006WJaa]WJa]b]dXelJdiscussionJa]b]fXg 3.4 9

(2006-2011)
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49 ”isfoldingJpathwaysJofJtheJprionJproteinJprobedJbyJmolecularJdynamicsJsimulationsZJBiophysicali
JournalWJ2005WJhhWJaccdXdc 2.9 54

48
PolarizationJresponseJofJwaterJandJmethanolJinvestigatedJbyJaJpolarizableJforceJfieldJandJdensityJ
functionalJtheoryJcalculationskJimplicationsJforJchargeJtransferZJJournaliofiChemicaliPhysicsWJ2005WJ
abbWJ]gde]d

3.9 36

47 sehaviorJofJpolarizableJmodelsJinJpresenceJofJstrongJelectricJfieldsZJzZJ riginJofJnonlinearJeffectsJinJ
waterJpointXchargeJsystemsZJJournaliofiChemicaliPhysicsWJ2005WJabcWJaida]i 3.9 13

46 tomparingJpolarizableJforceJfieldsJtoJabJinitioJcalculationsJrevealsJnonclassicalJeffectsJinJ
condensedJphasesZJJournaliofiChemicaliPhysicsWJ2005WJabbWJbcda]g 3.9 34

45 znterXresidueJandJsolventXresidueJinteractionsJinJproteinskJaJstatisticalJstudyJonJexperimentalJ
structuresZJProteins:iStructurewiFunctioniandiBioinformaticsWJ2004WJeeWJaciXea 4.2 13

44
tommentJtoJâ��talculationJofJtheJuipoleJ”omentJforJPolypeptidesJUsingJtheJxeneralizedJ
sornXvlectronegativityJvqualizationJ”ethodkJJ−esultsJinJVacuumJandJtontinuumXuielectricJ
αolventâ��ZJJournaliofiPhysicaliChemistryiBWJ2004WJa]hWJafiieXafiig

3.4 7

43 vnergeticJwitnessJofJyistidineJProtonationJαtatesJinJPusJαtructuresZJJournaliofiPhysicaliChemistryiBWJ
2004WJa]hWJabbebXabbeg 3.4 10

42 tommentJonJâ��tlassicalJpolarizableJforceJfieldsJparametrizedJfromJabJinitioJcalculationsâ��J[JZJthemZJ
PhysZJaagWJadafJSb]]bT]ZJJournaliofiChemicaliPhysicsWJ2003WJaahWJaegaXaegb 3.9 6

41 rnJabJinitioJforceJfieldJforJtheJcofactorsJofJbacterialJphotosynthesisZJJournaliofiComputationali
ChemistryWJ2003WJbdWJabiXdb 3.5 68

40 uynamicalJandJstructuralJcorrelationJinJsupercooledJliquidskJrJmolecularJdynamicsJinvestigationJofJ
mXtoluidineZJJournaliofiChemicaliPhysicsWJ2003WJaaiWJcegXcfc 3.9 11

39 TowardsJaJpolarizableJforceJfieldJforJmolecularJliquidsZJJournaliofiMoleculariLiquidsWJ2002WJifXigWJhgXa]] 6 17

38 TheJnatureJofJintermolecularJinteractionsJbetweenJaromaticJaminoJacidJresiduesZJProteins:i
StructurewiFunctioniandiBioinformaticsWJ2002WJdhWJaagXbe 4.2 68

37 zsJtheJTXαhapedJTolueneJuimerJaJαtableJzntermolecularJtomplexpZJJournaliofiPhysicaliChemistryiAWJ
2002WJa]fWJbideXbidh 2.8 36

36 ”olecularJdynamicsJofJglassXformingJliquidskJαtructureJandJdynamicsJofJliquidJmetatoluidineZJ
JournaliofiChemicaliPhysicsWJ2002WJaafWJfb]eXfbae 3.9 17

35 rJtransferableJpolarizableJelectrostaticJforceJfieldJforJmolecularJmechanicsJbasedJonJtheJchemicalJ
potentialJequalizationJprincipleZJJournaliofiChemicaliPhysicsWJ2002WJaagWJiageXiahi 3.9 119

34 αtackingJandJTXshapeJcompetitionJinJaromaticXaromaticJaminoJacidJinteractionsZJJournaliofithei
AmericaniChemicaliSocietyWJ2002WJabdWJfaccXdc 16.4 207

33 tommentJonJLvfficientJstressJrelaxationJinJmolecularJdynamicsJsimulationsJofJsemiflexibleJ
nXalkanesLZJPhysicaliReviewiEWJ2001WJfcWJ]bhg]alJauthorJreplyJ]bhg]b 2.4 5

32 vmpiricalJforceJfieldJforJtheJsimulationJofJaJclassJofJchromophoresJinJaJphotosyntheticJcenterZJ
ComputationaliMaterialsiScienceWJ2001WJb]WJcahXcbd 3.2 3
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31
ueterminationJofJtheJPotentialJofJ”eanJworceJofJrromaticJrminoJrcidJtomplexesJinJVariousJ
αolventsJUsingJ”olecularJuynamicsJαimulationsk´ JTheJtaseJofJtheJTryptophanâ��yistidineJPairZJ
JournaliofiPhysicaliChemistryiBWJ2001WJa]eWJghceXghdf

3.4 28

30 tomputerXridedJαeriesJvxpansionJforJPhononJαelfXvnergyZJJournaliofiComputationaliPhysicsWJ2000WJ
afeWJdbhXdcf 4.1 1

29
znteractionJbetweenJrromaticJ−esiduesZJ”olecularJuynamicsJandJabJznitioJvxplorationJofJtheJ
PotentialJvnergyJαurfaceJofJtheJTryptophanâ��yistidineJPairZJJournaliofiPhysicaliChemistryiBWJ2000WJ
a]dWJaa]hXaaad

3.4 40

28 uensityJwunctionalJtalculationJofJαtructuralJandJVibrationalJPropertiesJofJxlycerolZJJournaliofi
PhysicaliChemistryiAWJ2000WJa]dWJeceaXeceg 2.8 57

27 tonformationalJuistributionJofJxasXphaseJxlycerolZJJournaliofiPhysicaliChemistryiAWJ2000WJa]dWJaabb]Xaabbb2.8 32

26 αimulatedJstructureWJdynamicsWJandJvibrationalJspectraJofJliquidJbenzeneZJJournaliofiChemicali
PhysicsWJ2000WJaacWJfheaXfhfc 3.9 57

25 ”ultipleJTimeJαtepsJrlgorithmsJforJtheJrtomisticJαimulationsJofJtomplexJ”olecularJαystemsJ2000WJcccXchg

24 vlectricalJresponseJinJchemicalJpotentialJequalizationJschemesZJJournaliofiChemicaliPhysicsWJ1999WJ
aaaWJhefiXhege 3.9 104

23 talculationJofJopticalJspectraJinJliquidJmethanolJusingJmolecularJdynamicsJandJtheJchemicalJ
potentialJequalizationJmethodZJJournaliofiChemicaliPhysicsWJ1999WJaaaWJdbahXdbbi 3.9 65

22 xlycerolJcondensedJphasesJPartJzZJrJmolecularJdynamicsJstudyZJPhysicaliChemistryiChemicaliPhysicsWJ
1999WJaWJhgaXhgg 3.6 103

21 xlycerolJcondensedJphasesJPartJzzZrJmolecularJdynamicsJstudyJofJtheJconformationalJstructureJandJ
hydrogenJbondingZJPhysicaliChemistryiChemicaliPhysicsWJ1999WJaWJhgiXhhe 3.6 120

20 vlectrostaticJcalculationsJandJmultipleJtimeJscalesJinJmolecularJdynamicsJsimulationJofJflexibleJ
molecularJsystemsZJJournaliofiChemicaliPhysicsWJ1998WJa]hWJhgiiXhh]c 3.9 46

19 toordinatesJscalingJandJmultipleJtimeJstepJalgorithmsJforJsimulationJofJsolvatedJproteinsJinJtheJ
—PTJensembleZJJournaliofiChemicaliPhysicsWJ1998WJa]iWJeaidXeb]b 3.9 88

18  −rtkJrJ”olecularJdynamicsJprogramJtoJsimulateJcomplexJmolecularJsystemsJwithJrealisticJ
electrostaticJinteractionsZJJournaliofiComputationaliChemistryWJ1997WJahWJahdhXahfb 3.5 152

17 ZJJournaliofiComputationaliChemistryWJ1997WJahWJahdh 3.5 62

16 rJVeryJwastJ”olecularJuynamicsJ”ethodJToJαimulateJsiomolecularJαystemsJwithJ−ealisticJ
vlectrostaticJznteractionsZJTheiJournaliofiPhysicaliChemistryWJ1996WJa]]WJa]dfdXa]dfh 82

15 TamingJtheJvwaldJsumJinJmolecularJdynamicsJsimulationsJofJsolvatedJproteinsJviaJaJmultipleJtimeJ
stepJalgorithmZJJournaliofiChemicaliPhysicsWJ1996WJa]dWJc]]cXc]ab 3.9 62

14 ”ultipleJtimeJscaleJmethodsJforJconstantJpressureJmolecularJdynamicsJsimulationsJofJmolecularJ
systemsZJMoleculariPhysicsWJ1994WJhcWJbeeXbgb 1.7 42

(1994-2001)
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13 tomputerJsimulationJofJsolidJtf]JusingJmultipleJtimeXstepJalgorithmsZJJournaliofiChemicaliPhysicsWJ
1994WJa]aWJbdbaXbdca 3.9 43

12 TheJfarXinfraredJspectrumJofJcrystallineJfullereneJtf]ZJTheiJournaliofiPhysicaliChemistryWJ1993WJigWJa]eh]Xa]ehd19

11 vfficientJcalculationJofJhighXorderJselfXenergyJcorrectionsJtoJphononJlinewidthskJrpplicationJtoJ
alphaJXnitrogenZJPhysicaliReviewiBWJ1993WJdgWJaaabdXaaacc 3.3 10

10 VibronicJinteractionsJinJtheJlowestJexcitedJsingletJstateJofJtf]ZJJournaliofiMoleculariStructureWJ1993
WJbidWJegXf] 3.4

9 vquationJofJmotionJforJtheJxreenRsJfunctionJinJanharmonicJsolidsZJPhysicaliReviewiBWJ1992WJdfWJfadaXfadi3.3 12

8 rnharmonicJlatticeJdynamicsJandJcomputerJsimulationJforJsimpleJmodelJsystemsZJPhysicaliReviewiBWJ
1992WJdeWJbaacXbabe 3.3 17

7 rJgeneralJalgorithmJforJcomputingJVoronoiJvolumeskJrpplicationJtoJtheJhydratedJcrystalJofJ
myoglobinZJInternationaliJournaliofiQuantumiChemistryWJ1992WJdbWJaeaeXaebh 2.1 31

6 VibrationalJfrequenciesJofJtg]ZJChemicaliPhysicsiLettersWJ1992WJaieWJcdgXcea 2.5 30

5 VibrationalJpropertiesJofJXeâ��fullereneJadductsZJrJmolecularJdynamicsJapproachZJChemicaliPhysicsi
LettersWJ1992WJb]]WJciXde 2.5 22

4 VibrationalJrelaxationJinJcrystalJα bZJChemicaliPhysicsWJ1991WJaedWJccaXcdb 2.3 6

3 PolarJphononsJinJα bJsingleJcrystalZJChemicaliPhysicsWJ1991WJaeaWJb]eXbag 2.3 5

2 ”olecularJdynamicsJandJanharmonicJeffectsJinJtheJphononJspectraJofJsolidJcarbonJdioxideZJ
ChemicaliPhysicsWJ1987WJaagWJceeXcff 2.3 13

1 rnharmonicJcalculationJofJbandwidthsJandJfrequencyJshiftsJinJcrystallineJt bZJChemicaliPhysicsWJ
1987WJaafWJagaXahf 2.3 31

Piero Procacci

8


