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i Paper IF Citations

113 TuningNof´ a´ MatrixaMatrixNMultiplicationNulgorithmNfor´ SeveralN–PUsNwonnectedNby´ zastN
wommunicationNLinksbNCommunicationsminmComputermandmInformationmScience_N2022_Neilaeke 0.3 1

112 –PUaacceleratedNmolecularNdynamicsnNStateaofaartNsoftwareNperformanceNandNportingNfromNNvidiaN
wUxuNtoNuMxN −PbNInternationalmJournalmofmHighmPerformancemComputingmApplications_N2021_Ngi_Ngefagfh 1.8 13

111 TheoreticalNStudyNofNylectronicNStructureNofNwhargedNzullerenesbNJournalmofmNanomaterials_N2021_N
fdfe_Neaed 3.2

110 PerformanceNofNSupercomputersNvasedNonNungaraN−nterconnectNandNNovelNuMxNwPUsc–PUsbN
CommunicationsminmComputermandmInformationmScience_N2021_Nhdeahej 0.3 1

109 UltrafastNdiffusionNofNoverpressurizedNgasNfilledNnanobubblesNinNUOfbNJournalmofmNuclearmMaterials_N
2021_Niie_Neifmhf 3.3 0

108 MatrixaMatrixNMultiplicationNUsingNMultipleN–PUsNwonnectedNbyNNvlinkN2020_N 2

107 NonadiabaticNeffectsNandNexcitonlikeNstatesNduringNtheNinsulatoratoametalNtransitionNinNwarmNdenseN
hydrogenbNPhysicalmReviewmB_N2020_Nede_N 3.3 3

106 NanobubblesNdiffusionNinNbccNuraniumnNTheoryNandNatomisticNmodellingbNJournalmofmNuclearmMaterials
_N2020_Nigg_Neifeed 3.3 7

105 PerformanceNandNPortabilityNofNStateaofaurtNMolecularNxynamicsNSoftwareNonNModernN–PUsbN
LecturemNotesminmComputermScience_N2020_Ngfhaggh 0.9 1

104  ighNtemperatureNpureNcarbonNnanoparticleNformationnNValidationNofNu−RyvONandNReaxzzNreactiveN
molecularNdynamicsbNCarbon_N2020_Nekd_Njdjajfd 10.4 17

103 ynergyNwonsumptionNofNMxNwalculationsNonN ybridNandNwPUaOnlyNSupercomputersNwithNuirNandN
−mmersionNwoolingbNAdvancesminmParallelmComputing_N2020_N 1.1 3

102 VuSPNhitsNtheNmemoryNwallnNProcessorsNefficiencyNcomparisonbNConcurrencymComputationmPracticem
andmExperience_N2019_Nge_Neiegj 1.4 8

101 ungaraNinterconnectNmakesN–PUabasedNxesmosNsupercomputerNanNefficientNtoolNforNmolecularN
dynamicsNcalculationsbNInternationalmJournalmofmHighmPerformancemComputingmApplications_N2019_Ngg_Nidkaife1.8 23

100 zormationNfreeNenergiesNofNpointNdefectsNandNthermalNexpansionNofNbccNUNandNMobNJournalmofmPhysicsm
CondensedmMatter_N2019_Nge_Nfgikdh 1.8 4

99 PortingNwUxuavasedNMolecularNxynamicsNulgorithmsNtoNuMxNROwmNPlatformNUsingN −PN
zrameworknNPerformanceNunalysisbNCommunicationsminmComputermandmInformationmScience_N2019_Nefeaegd 0.3 5

98 PerformanceNandNScalabilityNofNMaterialsNScienceNandNMachineNLearningNwodesNonNtheNStateaofaurtN
 ybridNSupercomputerNurchitecturebNCommunicationsminmComputermandmInformationmScience_N2019_Nimkajdm0.3 9

97 ReactiveNmolecularadynamicsNstudyNofNonionalikeNcarbonNnanoparticleNformationbNDiamondmandm
RelatedmMaterials_N2019_Nmh_Nehafd 3.5 13
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96  ybridNwodesNforNutomisticNSimulationsNonNtheNxesmosNSupercomputernN–PUaacceleration_N
ScalabilityNandNParallelN−cObNCommunicationsminmComputermandmInformationmScience_N2019_Nfelaffm 0.3 3

95 xeployingNylbrusNVL−WNwPUNycosystemNforNMaterialsNScienceNwalculationsnNPerformanceNandN
ProblemsbNCommunicationsminmComputermandmInformationmScience_N2019_Nihgaiig 0.3

94 yarlyNPerformanceNyvaluationNofNtheN ybridNwlusterNwithNTorusN−nterconnectNuimedNatN
MolecularaxynamicsNSimulationsbNLecturemNotesminmComputermScience_N2018_Ngfkaggj 0.9 9

93 yfficiencyNunalysisNofN−ntel_NuMxNandNNvidiaNjhavitN ardwareNforNMemoryavoundNProblemsnNuNwaseN
StudyNofNubN−nitioNwalculationsNwithNVuSPbNLecturemNotesminmComputermScience_N2018_Nleamd 0.9 4

92 xomainaxecompositionNParallelizationNforNMolecularNxynamicsNulgorithmNwithNShortaRangedN
PotentialsNonNypiphanyNurchitecturebNLobachevskiimJournalmofmMathematics_N2018_Ngm_Nefflaefgl 0.9 3

91  ybridNSupercomputerNxesmosNwithNTorusNungaraN−nterconnectnNyfficiencyNunalysisNandN
OptimizationbNCommunicationsminmComputermandmInformationmScience_N2018_Nkkame 0.3 4

90 PerformanceNofNylbrusNProcessorsNforNwomputationalNMaterialsNScienceNwodesNandNzastNzourierN
TransformbNCommunicationsminmComputermandmInformationmScience_N2018_Nmfaedg 0.3

89  ydrationNstructureNofNNaYNandNwlâ��NionsNinNTipgPNwaterNmodelbNLobachevskiimJournalmofmMathematics_N
2017_Ngl_Nmkeamkg 0.9 1

88 PseudopotentialNforNelectronicNstructureNcalculationsNofNuraniumNcompoundsbNLobachevskiimJournalm
ofmMathematics_N2017_Ngl_Nmkhamkk 0.9 5

87 yfficiencyNunalysisNofN−ntelNandNuMxNxlj_jhNurchitecturesNforNubN−nitioNwalculationsnNuNwaseNStudyN
ofNVuSPbNCommunicationsminmComputermandmInformationmScience_N2017_Nhgdahhe 0.3 6

86 SimulationNofNtheNadhesionNpropertiesNofNtheNpolyethyleneccarbonNnanotubeNinterfacebNPolymerm
Sciencem-mSeriesmA_N2016_Nil_Nhkjahlj 1.2 6

85 utomisticNModelingNandNSimulationNforNSolvingN–asNyxtractionNProblemsbNMolecularmModelingmandm
Simulation_N2016_Negkaeie 3

84 zloatingapointNperformanceNofNuRMNcoresNandNtheirNefficiencyNinNclassicalNmolecularNdynamicsbN
JournalmofmPhysics:mConferencemSeries_N2016_Njle_Ndefdhm 0.3 10

83 PerformanceNofNMxaulgorithmsNonN ybridNSystemsaonawhipNNvidiaNTegraNγeNTNXebNCommunicationsm
inmComputermandmInformationmScience_N2016_Nemmafee 0.3 2

82 –PUaucceleratedNMolecularNxynamicsnNynergyNwonsumptionNandNPerformancebNCommunicationsminm
ComputermandmInformationmScience_N2016_Nklamd 0.3 5

81 yfficiencyNofNclassicalNmolecularNdynamicsNalgorithmsNonNsupercomputersbNMathematicalmModelsmandm
ComputermSimulations_N2016_Nl_Nkghakhg 0.8 12

80 SelfaconsistentNmolecularNdynamicsNcalculationNofNdiffusionNinNhigherNnaalkanesbNJournalmofmChemicalm
Physics_N2016_Nehi_Nfdhidh 3.9 33

79 yfficiencyNofNtheNTegraNγeNandNXeNsystemsaonachipNforNclassicalNmolecularNdynamicsN2016_N 12

(2016-2019)
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78 MicroscopicNmechanismsNofNdiffusionNofNhigherNalkanesbNPolymermSciencem-mSeriesmA_N2016_Nil_Nlfialgj 1.2 6

77 –raphiteNmeltingnNutomisticNkineticsNbridgesNtheoryNandNexperimentbNCarbon_N2015_Nlk_Ngilagjh 10.4 35

76 ubNinitioNcalculationNofNshockedNxenonNreflectivitybNPhysicalmReviewmE_N2015_Nme_Ndfgedi 2.4 19

75 γineticsNofNgraphiteNmeltingbNDokladymPhysics_N2015_Njd_Nedmaeeg 0.8 8

74  PwN ardwareNyfficiencyNforNQuantumNandNwlassicalNMolecularNxynamicsbNLecturemNotesminmComputerm
Science_N2015_Nhjmahkg 0.9 33

73 zirstaprinciplesNcalculationNofNtheNreflectanceNofNshockacompressedNxenonbNJournalmofmExperimentalm
andmTheoreticalmPhysics_N2015_Nefd_Nlmhamdh 1 4

72 xevelopmentNofNtheNadvancedNmechanisticNfuelNperformanceNandNsafetyNcodeNusingNtheNmultiascaleN
approachbNNuclearmEngineeringmandmDesign_N2015_Nfmi_Neejaefj 1.8 24

71 WarmNdenseNgoldnNeffectiveNionâ��ionNinteractionNandNionisationbNMolecularmPhysics_N2015_Neaed 1.7 5

70 PlasmaaPlasmaNandNLiquidaLiquidNzirstaOrderNPhaseNTransitionsbNContributionsmTomPlasmamPhysics_N
2015_Nii_Nfeiaffe 1.4 20

69 MolecularadynamicsNbasedNinsightsNintoNtheNproblemNofNgraphiteNmeltingbNJournalmofmPhysics:m
ConferencemSeries_N2015_Njig_Ndefdmd 0.3 9

68 RelaxationNandNtransportNpropertiesNofNliquidNnatriacontanebNJournalmofmPhysics:mConferencemSeries_N
2015_Njig_Ndefedk 0.3 11

67 utomisticNmodelingNofNtheNselfadiffusionNinN˛‡aUNandN˛‡aUaMobNPhysicsmofmMetalsmandmMetallography_N
2015_Neej_Nhhiahii 1.2 26

66 unomalousNdiffusionNofNguestNmoleculesNinNhydrogenNgasNhydratesbNHighmTemperature_N2015_Nig_Nlfmalgj0.8 10

65 PressureNinNelectronicallyNexcitedNwarmNdenseNmetalsbNContributionsmTomPlasmamPhysics_N2015_Nii_Nejhaeke1.4 11

64 MolecularNdynamicsNsimulationNofNgraphiteNmeltingbNHighmTemperature_N2014_Nif_Nemlafdh 0.8 18

63 NanoameterNSizeNModificationNofNMetalNSurfacesN−nducedNbyNSoftNXaRayNLaserNSingleNPulsebNSpringerm
ProceedingsminmPhysics_N2014_Nefeaefh 0.2

62 StochasticNtheoryNofNtheNclassicalNmolecularNdynamicsNmethodbNMathematicalmModelsmandmComputerm
Simulations_N2013_Ni_Ngdiaggg 0.8 109

61 upplicationNofNtheNdensityafunctionalNtheoryNtoNcalculationNofNtheNreflectivityNfromNshockedNxenonbN
DokladymPhysics_N2013_Nil_Nfkkafle 0.8 4
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60 TowardNxeterminationNofNtheNNewN ydrogenN ydrateNwlathrateNStructuresbNJournalmofmPhysicalm
ChemistrymLetters_N2013_Nh_Ngijdagijh 6.4 30

59 ubNinitioNcalculationsNofNthermalNconductivityNofNmetalsNwithNhotNelectronsbNDokladymPhysics_N2013_N
il_Ngghaggl 0.8 6

58 utomisticNModelingNofNWarmNxenseNMatterNinNtheNTwoaTemperatureNStatebNContributionsmTomPlasmam
Physics_N2013_Nig_Nefmaegm 1.4 34

57 uNternaryNyuMNinteratomicNpotentialNforNUâ��MoNalloysNwithNxenonbNModellingmandmSimulationminm
MaterialsmSciencemandmEngineering_N2013_Nfe_Ndgidee 2 57

56 utomisticNModellingNandNSimulationNofNWarmNxenseNMatterbNwonductivityNandNReflectivitybN
ContributionsmTomPlasmamPhysics_N2013_Nig_Ngddaged 1.4 22

55 utomicNpositionsNandNdiffusionNpathsNofNhNandNheNinNtheN˛–aTiNlatticebNPhysicsmofmthemSolidmState_N2013_N
ii_Ngjkagkf 0.8 21

54 NanoameterNscaleNmodificationsNonNmaterialNsurfacesNinducedNbyNsoftNxarayNlaserNpulseNirradiationsN
2013_N 1

53 xerivationNofNkineticNcoefficientsNbyNatomisticNmethodsNforNstudyingNdefectNbehaviorNinNMobNJournalm
ofmNuclearmMaterials_N2012_Nhfi_Nheahk 3.3 11

52
NewNinteratomicNpotentialNforNcomputationNofNmechanicalNandNthermodynamicNpropertiesNofN
uraniumNinNaNwideNrangeNofNpressuresNandNtemperaturesbNPhysicsmofmMetalsmandmMetallography_N2012_N
eeg_Nedkaeej

1.2 9

51 utomisticNsimulationNofNlaserNablationNofNgoldnNyffectNofNpressureNrelaxationbNJournalmofmExperimentalm
andmTheoreticalmPhysics_N2012_Neeh_Nkmfaldd 1 53

50 utomisticNsimulationNofNlaserNablationNofNgoldnNTheNeffectNofNelectronicNpressureN2012_N 3

49 −nteratomicNpotentialNforNuraniumNinNaNwideNrangeNofNpressuresNandNtemperaturesbNJournalmofmPhysicsm
CondensedmMatter_N2012_Nfh_Ndeikdf 1.8 22

48 −nteratomicNpotentialNforNuraniumNinNaNwideNrangeNofNpressuresNandNtemperaturesbNJournalmofmPhysicsm
CondensedmMatter_N2012_Nfh_Nehmide 1.8 18

47 MeltingNandNsuperheatingNofNs−NmethaneNhydratenNmolecularNdynamicsNstudybNJournalmofmChemicalm
Physics_N2012_Negj_Ndhhifg 3.9 53

46 NanomodificationNofNgoldNsurfaceNbyNpicosecondNsoftNxarayNlaserNpulsebNJournalmofmAppliedmPhysics_N
2012_Neef_Ndegedh 2.5 37

45 utomisticNSimulationNofNwlusteringNandNunnihilationNofNPointNxefectsNinNMolybdenumbNDefectmandm
DiffusionmForum_N2012_Ngfgagfi_Nmiaedd 0.7 6

44 utomisticNandNγineticNSimulationsNofNRadiationNxamageNinNMolybdenumbNMaterialsmResearchmSocietym
SymposiamProceedings_N2012_Nehhh_Nei 1

43 LaserNablationNofNgoldnNyxperimentNandNatomisticNsimulationbNJETPmLetters_N2011_Nmg_Njhfajhk 1.2 21

(2011-2013)
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42 unomalousNkineticNenergyNofNaNsystemNofNdustNparticlesNinNaNgasNdischargeNplasmabNJournalmofm
ExperimentalmandmTheoreticalmPhysics_N2011_Neeg_Nllkamdd 1 20

41 RadiationainducedNdamageNandNevolutionNofNdefectsNinNMobNPhysicalmReviewmB_N2011_Nlh_N 3.3 48

40 MolecularNdynamicsNsimulationsNofNtheNrelaxationNprocessesNinNtheNcondensedNmatterNonN–PUsbN
ComputermPhysicsmCommunications_N2011_Nelf_Nemkhaemkl 4.2 40

39 yxcitedNStatesNofNWarmNxenseNMatterbNContributionsmTomPlasmamPhysics_N2011_Nie_Nheeahel 1.4 10

38 xescriptionNofNmechanicalNpropertiesNofNcarbonNnanotubesbNTubeNwallNthicknessNproblembNSizeN
effectbNPartNebNLettersmonmMaterials_N2011_Ne_Neliaelm 0.9 3

37 uNkineticNmodelNofNfractureNofNsimpleNliquidsbNHighmTemperature_N2010_Nhl_Nieeaiek 0.8 14

36 utomisticNsimulationNofNtheNinteractionNofNanNelectrolyteNwithNgraphiteNnanostructuresNinN
perspectiveNsupercapacitorsbNHighmTemperature_N2010_Nhl_Nlgkalhi 0.8 10

35 −nfluenceNofNplasticNdeformationNonNfractureNofNanNaluminumNsingleNcrystalNunderNshockawaveN
loadingbNPhysicsmofmthemSolidmState_N2010_Nif_Nejemaejfh 0.8 19

34 TheoryNandNmolecularNdynamicsNmodelingNofNspallNfractureNinNliquidsbNPhysicalmReviewmB_N2010_Nlf_N 3.3 71

33 xynamicNfractureNkinetics_NinfluenceNofNtemperatureNandNmicrostructureNinNtheNatomisticNmodelNofN
aluminumbNInternationalmJournalmofmFracture_N2010_Nejf_Nefkaegj 2.3 25

32 StabilityNofNLizNwrystalNinNtheNWarmNxenseNMatterNStatebNContributionsmTomPlasmamPhysics_N2010_Nid_Ngeagh 1.4 32

31 ubnormalNγineticNynergyNofNwhargedNxustNParticlesNinNPlasmasbNContributionsmTomPlasmamPhysics_N
2010_Nid_Nedhaedl 1.4 6

30 MolecularNsimulationNasNaNscientificNbaseNofNnanotechnologiesNinNpowerNengineeringbNJournalmofm
EngineeringmThermophysics_N2009_Nel_Nemkaffj 1.4 3

29 MolecularadynamicsNsimulationNofNironNpremeltingNatNhighNpressuresbNDokladymPhysics_N2009_Nih_Neai 0.8 1

28 utomisticNsimulationNofNtheNpremeltingNofNironNandNaluminumnN−mplicationsNforNhighapressureN
meltingacurveNmeasurementsbNPhysicalmReviewmB_N2009_Nld_N 3.3 42

27 MOLywULuRNxYNuM−wNMOxyL−N–NOzNPLuST−w−TYNOzNulNuNxNulawuNuLLOYSNUNxyRNxYNuM−wN
LOux−N–N2009_N 1

26 PremeltingNofNironNatNhighNpressuresNunderNconditionsNofNcontactNwithNamorphousNargonbNHighm
Temperature_N2008_Nhj_Nkmiakmm 0.8 4

25 uTOM−ST−wNS−MULuT−ONNOzNPLuST−w−TYNuNxNzRuwTURyNOzNwRYSTuLL−NyNuNxNPOLYwRYSTuLL−NyN
MyTuLSNUNxyRN −– NSTRu−NNRuTyN2008_N 3
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24 wavitationNinNliquidNmetalsNunderNnegativeNpressuresbNMolecularNdynamicsNmodelingNandNsimulationbN
JournalmofmPhysicsmCondensedmMatter_N2008_Nfd_Neeheeg 1.8 25

23 MolecularadynamicsNsimulationNofNedgeadislocationNdynamicsNinNaluminumbNDokladymPhysics_N2008_N
ig_Nflkafme 0.8 55

22 utomisticNsimulationNofNplasticityNandNfractureNofNnanocrystallineNcopperNunderNhigharateNtensionbN
PhysicsmofmthemSolidmState_N2008_Nid_Nfdjmafdki 0.8 22

21 wavitationNinNliquidNPbNandNLiNunderNnegativeNpressuresbNComputermPhysicsmCommunications_N2007_N
ekk_Nhe 4.2 2

20 utomisticNsimulationsNofNstructureNtransitionsNandNfractureNinNzeNandNulNsingleNcrystalsbNComputerm
PhysicsmCommunications_N2007_Nekk_Nhl 4.2 1

19 TheNphaseNdiagramNandNspinodalNdecompositionNofNmetastableNstatesNofNLennardaαonesNsystembN
HighmTemperature_N2007_Nhi_Ngkahl 0.8 27

18 TheNmodelingNofNhigharateNtensionNofNcrystallineNironNbyNtheNmethodNofNmolecularNdynamicsbNHighm
Temperature_N2007_Nhi_Nejhaekf 0.8 7

17 OnNthermodynamicNsimilarityNofNtheNstabilityNboundariesNofNmetastableNmetalNstatesbNRussianm
JournalmofmPhysicalmChemistrymA_N2007_Nle_Nedejaedfh 0.7 1

16 OnNsimilarityNrelationsNforNtheNstabilityNlimitsNofNmetastableNmetalsbNDokladymPhysics_N2007_Nif_Nekgaekl 0.8

15 StructuralNtransformationsNinNsingleacrystalNironNduringNshockawaveNcompressionNandNtensionnN
MolecularNdynamicsNsimulationbNJournalmofmExperimentalmandmTheoreticalmPhysics_N2007_Nedh_Nmflamgi 1 18

14 SurfaceNmeltingNofNsuperheatedNcrystalsbNutomisticNsimulationNstudybNComputermPhysicsm
Communications_N2007_Nekk_Nghagk 4.2 19

13 OptimizationNofNneighborNlistNtechniquesNinNliquidNmatterNsimulationsbNJournalmofmMolecularmLiquids_N
2006_Nefi_Nemkafdg 6 21

12 MolecularNdynamicsNsimulationNofNcavitationNinNaNleadNmeltNatNnegativeNpressuresbNRussianmJournalmofm
PhysicalmChemistrymA_N2006_Nld_NSmdaSmk 0.7 6

11 StandardsNforNmolecularNdynamicsNmodellingNandNsimulationNofNrelaxationbNMolecularmSimulation_N
2005_Nge_Neddiaedek 2 74

10  omogeneousNandNheterogeneousNmechanismsNofNsuperheatedNsolidNmeltingNandNdecaybNComputerm
PhysicsmCommunications_N2005_Nejm_Nfhkafid 4.2 16

9 zractureNofNcrystallineNironNsubjectedNtoNhigharateNtensionbNMolecularNdynamicsNsimulationbNDokladym
Physics_N2005_Nid_Nidmaieg 0.8 2

8 wavitationNandNtheNstabilityNregionNofNliquidNleadNatNnegativeNpressuresnNMolecularNdynamicsNstudybN
DokladymPhysics_N2005_Nid_Nikdaikj 0.8 9

7 StandardNofNMolecularNxynamicsNModelingNandNSimulationNofNRelaxationNinNxenseNMediabNLecturem
NotesminmComputermScience_N2004_Nimjajdg 0.9

(2004-2008)
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6 SimulationNofN−dealNwrystalNSuperheatingNandNxecaybNMolecularmSimulation_N2004_Ngd_Ngmkahdj 2 35

5  omogeneousNnucleationNinNaNsuperheatedNcrystalbNMolecularadynamicNsimulationbNDokladymPhysics_N
2002_Nhk_Njjkajke 0.8 24

4 StochasticNandNdynamicNpropertiesNofNmolecularNdynamicsNsystemsnNSimpleNliquids_NplasmaNandN
electrolytes_NpolymersbNComputermPhysicsmCommunications_N2002_Nehk_Njklajlg 4.2 15

3 xynamicNandNStochasticNPropertiesNofNMolecularNSystemsnNzromNSimpleNLiquidsNtoNynzymesbNLecturem
NotesminmComputermScience_N2002_Neegkaeehj 0.9

2 xeterminismNandNwhaosNinNxecayNofNMetastableNStatesbNLecturemNotesminmComputermScience_N2002_Neehkaeeig0.9

1 SystemNforNaccumulationNandNprocessingNofNspectrometricNdataNfromNtheNYuSNuPPafNfacilitybN
EuropeanmPhysicalmJournalmD_N1999_Nhm_Nfhmafif
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