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k Paper IF Citations

109 xnisotropyMofMbuildingMblocksMandMtheirMassemblyMintoMcomplexMstructuresdMNaturehMaterialsbM2007bMmbMllncmh27 2201

108 SelfcassemblyMofMzdTeMnanocrystalsMintoMfreecfloatingMsheetsdMSciencebM2006bMigkbMhnkco 33.3 772

107 PredictiveMselfcassemblyMofMpolyhedraMintoMcomplexMstructuresdMSciencebM2012bMiinbMklicn 33.3 746

106 SelfcxssemblyMofMPatchyMParticlesdMNanohLettersbM2004bMkbMgkfncgkgi 11.5 631

105 StrongMscalingMofMgeneralcpurposeMmolecularMdynamicsMsimulationsMonMGPUsdMComputerhPhysicsh
CommunicationsbM2015bMgphbMpncgfn 4.2 441

104 zompetitionMofMshapeMandMinteractionMpatchinessMforMselfcassemblingMnanoplatesdMNaturehChemistrybM
2013bMlbMkmmcni 17.6 253

103 UnderstandingMshapeMentropyMthroughMlocalMdenseMpackingdMProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericabM2014bMgggbM—koghchg 11.5 159

102 zrystallineMassembliesMandMdensestMpackingsMofMaMfamilyMofMtruncatedMtetrahedraMandMtheMroleMofM
directionalMentropicMforcesdMACShNanobM2012bMmbMmfpcgk 16.7 155

101 —ntropicallyMpatchyMparticlesqMengineeringMvalenceMthroughMshapeMentropydMACShNanobM2014bMobMpigckf 16.7 143

100 RigidMbodyMconstraintsMrealizedMinMmassivelycparallelMmolecularMdynamicsMonMgraphicsMprocessingM
unitsdMComputerhPhysicshCommunicationsbM2011bMgohbMhifnchigi 4.2 125

99 zlathrateMcolloidalMcrystalsdMSciencebM2017bMillbMpigcpil 33.3 121

98 PseudocrandomMnumberMgenerationMforMyrownianM–ynamicsMandM–issipativeMParticleM–ynamicsM
simulationsMonMGPUMdevicesdMJournalhofhComputationalhPhysicsbM2011bMhifbMngpgcnhfg 4.1 115

97 HOOM–cblueqMxMPythonMpackageMforMhighcperformanceMmolecularMdynamicsMandMhardMparticleM
MonteMzarloMsimulationsdMComputationalhMaterialshSciencebM2020bMgnibMgfpimi 3.2 115

96 ShapecdependentMorderingMofMgoldMnanocrystalsMintoMlargecscaleMsuperlatticesdMNatureh
CommunicationsbM2017bMobMgkfio 17.4 114

95 RoleMofMisostaticityMandMloadcbearingMmicrostructureMinMtheMelasticityMofMyieldedMcolloidalMgelsdM
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericabM2012bMgfpbMgmfhpcik 11.5 111

94 zomputationalMselfcassemblyMofMaMoneccomponentMicosahedralMquasicrystaldMNaturehMaterialsbM2015bM
gkbMgfpcgm 27 110

93 GlassMtransitionMandMrheologicalMredundancyMinMFcactinMsolutionsdMProceedingshofhthehNationalh
AcademyhofhScienceshofhthehUnitedhStateshofhAmericabM2007bMgfkbMhfgppchfi 11.5 107
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92 QuasicrystallineMnanocrystalMsuperlatticeMwithMpartialMmatchingMrulesdMNaturehMaterialsbM2017bMgmbMhgkchgp27 96

91 ShapeMalloysMofMnanorodsMandMnanospheresMfromMselfcassemblydMNanohLettersbM2013bMgibMkpofco 11.5 87

90 UniversalityMofMblockMcopolymerMmeltsdMPhysicalhReviewhLettersbM2014bMggibMfmoifh 7.4 84

89 TerminalMsupraparticleMassembliesMfromMsimilarlyMchargedMproteinMmoleculesMandMnanoparticlesdM
NaturehCommunicationsbM2014bMlbMilpi 17.4 81

88 xMdirectionalMentropicMforceMapproachMtoMassembleManisotropicMnanoparticlesMintoMsuperlatticesdM
AngewandtehChemiehyhInternationalhEditionbM2013bMlhbMgipofck 16.4 80

87 SupercomputercyasedM—nsembleM–ockingM–rugM–iscoveryMPipelineMwithMxpplicationMtoMzovidcgpdM
JournalhofhChemicalhInformationhandhModelingbM2020bMmfbMloihclolh 6.1 71

86 UniversalMPhenomenologyMofMSymmetricM–iblockMzopolymersMnearMtheMOrderâ��–isorderMTransitiondM
MacromoleculesbM2015bMkobMogpcoip 5.5 69

85 PhaseMdiagramMofMhardMtetrahedradMJournalhofhChemicalhPhysicsbM2011bMgilbMgpkgfg 3.9 67

84 SimpleMdataMandMworkflowMmanagementMwithMtheMsignacMframeworkdMComputationalhMaterialsh
SciencebM2018bMgkmbMhhfchhp 3.2 62

83 TheMglassyMwormlikeMchaindMNewhJournalhofhPhysicsbM2007bMpbMkgmckgm 2.9 60

82 SimultaneousMNanocMandMMicroscaleMzontrolMofMNanofibrousMMicrospheresMSelfcxssembledMfromM
StarcShapedMPolymersdMAdvancedhMaterialsbM2015bMhnbMipknclh 24 55

81 ScalableMMetropolisMMonteMzarloMforMsimulationMofMhardMshapesdMComputerhPhysicshCommunicationsbM
2016bMhfkbMhgcif 4.2 50

80 MassivelyMparallelMMonteMzarloMforMmanycparticleMsimulationsMonMGPUsdMJournalhofhComputationalh
PhysicsbM2013bMhlkbMhncio 4.1 48

79 SuperchargingMenablesMorganizedMassemblyMofMsyntheticMbiomoleculesdMNaturehChemistrybM2019bMggbMhfkchgh17.6 48

78 WhyMlargeMicosahedralMvirusesMneedMscaffoldingMproteinsdMProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericabM2018bMgglbMgfpngcgfpnm 11.5 47

77 zollectiveMandMSingleczhainMzorrelationsMinM–isorderedMMeltsMofMSymmetricM–iblockMzopolymersqM
QuantitativeMzomparisonMofMSimulationsMandMTheorydMMacromoleculesbM2014bMknbMolgcomp 5.5 44

76 freudqMxMsoftwareMsuiteMforMhighMthroughputManalysisMofMparticleMsimulationMdatadMComputerhPhysicsh
CommunicationsbM2020bMhlkbMgfnhnl 4.2 42

75 StabilityMofMtheMdoubleMgyroidMphaseMtoMnanoparticleMpolydispersityMinMpolymerctetheredMnanosphereM
systemsdMSofthMatterbM2010bMmbMgmpi 3.6 40

(2010-2017)
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74
—ntropicMcolloidalMcrystallizationMpathwaysMviaMfluidcfluidMtransitionsMandMmultidimensionalM
prenucleationMmotifsdMProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofh
AmericabM2019bMggmbMgkokicgkolg

11.5 38

73 ShapeMandMSymmetryM–etermineMTwoc–imensionalMMeltingMTransitionsMofMHardMRegularMPolygonsdM
PhysicalhReviewhXbM2017bMnbM 9.1 38

72 —fficientMneighborMlistMcalculationMforMmolecularMsimulationMofMcolloidalMsystemsMusingMgraphicsM
processingMunitsdMComputerhPhysicshCommunicationsbM2016bMhfibMklclh 4.2 35

71 zappingMLigandMVorticesMasMOxtomicMOrbitalsOMinMNanocrystalMSelfcxssemblydMACShNanobM2017bMggbMgghnicgghoh16.7 33

70 zolloidalMfibersMandMringsMbyMcooperativeMassemblydMNaturehCommunicationsbM2019bMgfbMipim 17.4 31

69 RationalMdesignMofMnanomaterialsMfromMassemblyMandMreconfigurabilityMofMpolymerctetheredM
nanoparticlesdMMRShCommunicationsbM2015bMlbMipnckfm 2.7 30

68 TestMofMaMscalingMhypothesisMforMtheMstructureMfactorMofMdisorderedMdiblockMcopolymerMmeltsdMSofth
MatterbM2012bMobMggigf 3.6 30

67 MetastableMorientationalMorderMofMcolloidalMdiscoidsdMNaturehCommunicationsbM2015bMmbMolfn 17.4 28

66 yindingMkineticsMofMlockMandMkeyMcolloidsdMJournalhofhChemicalhPhysicsbM2015bMgkhbMgnkpfp 3.9 28

65 TubeMwidthMfluctuationsMinMFcactinMsolutionsdMPhysicalhReviewhLettersbM2010bMgflbMfinofg 7.4 27

64 GPUMacceleratedM–iscreteM—lementMMethodMU–—MVMmolecularMdynamicsMforMconservativebMfacetedM
particleMsimulationsdMJournalhofhComputationalhPhysicsbM2017bMiikbMkmfckmn 4.1 26

63 GeneralisedM—insteinMrelationMforMhotMyrownianMmotiondMEurophysicshLettersbM2011bMpmbMmfffp 1.6 26

62 InverseMdesignMofMsimpleMpairMpotentialsMforMtheMselfcassemblyMofMcomplexMstructuresdMJournalhofh
ChemicalhPhysicsbM2018bMgkpbMhfkgfh 3.9 24

61 UsingMdepletionMtoMcontrolMcolloidalMcrystalMassembliesMofMhardMcuboctahedradMSofthMatterbM2016bMghbMlgppchfk3.6 23

60 InfluenceMofMSoftnessMonMtheMStabilityMofMyinaryMzolloidalMzrystalsdMACShNanobM2019bMgibMgiohpcgiokh 16.7 23

59 —fficientMPhaseM–iagramMSamplingMbyMxctiveMLearningdMJournalhofhPhysicalhChemistryhBbM2020bMghkbMghnlcghok3.4 22

58 TheMentropicMbondMinMcolloidalMcrystalsdMProceedingshofhthehNationalhAcademyhofhScienceshofhtheh
UnitedhStateshofhAmericabM2019bMggmbMgmnficgmngf 11.5 21

57 NoncclosecpackedMthreecdimensionalMquasicrystalsdMJournalhofhPhysicshCondensedhMatterbM2017bMhpbMhikffl1.8 18
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56 ThermalMandMathermalMthreecdimensionalMswarmsMofMselfcpropelledMparticlesdMPhysicalhReviewhEbM
2012bMombMfgggim 2.4 17

55 ShapeMallophilesMimproveMentropicMassemblydMSofthMatterbM2015bMggbMnhlfcm 3.6 13

54 SupraparticleMNanoassembliesMwithM—nzymesdMChemistryhofhMaterialsbM2019bMigbMnkpicnlff 9.6 13

53 xMparallelMalgorithmMforMimplicitMdepletantMsimulationsdMJournalhofhChemicalhPhysicsbM2015bMgkibMgokggf 3.9 13

52 IdentityMcrisisMinMalchemicalMspaceMdrivesMtheMentropicMcolloidalMglassMtransitiondMNatureh
CommunicationsbM2019bMgfbMmk 17.4 12

51 TubecwidthMfluctuationsMofMentangledMstiffMpolymersdMPhysicalhReviewhEbM2011bMokbMflgofg 2.4 11

50 TheMemergenceMofMvalencyMinMcolloidalMcrystalsMthroughMelectronMequivalentsddMNaturehMaterialsbM2022
bM 27 10

49 –endrimerMLigandM–irectedMNanoplateMxssemblydMACShNanobM2019bMgibMgkhkgcgkhlg 16.7 10

48 —ffectMofM–efectiveMMicrostructureMandMFilmMThicknessMonMtheMReflectiveMStructuralMzolorMofM
SelfcxssembledMzolloidalMzrystalsdMACShAppliedhMaterialshpamp;hInterfacesbM2020bMghbMpokhcpolf 9.5 9

47 –ynamicMstructureMfactorMofMaMstiffMpolymerMinMaMglassyMsolutiondMEuropeanhPhysicalhJournalhEbM2008bM
hmbMghicim 1.5 9

46 PressureMinMrigidMbodyMmolecularMdynamicsdMComputationalhMaterialshSciencebM2020bMgnibMgfpkif 3.2 9

45 UniversalMfoldingMpathwaysMofMpolyhedronMnetsdMProceedingshofhthehNationalhAcademyhofhScienceshofh
thehUnitedhStateshofhAmericabM2018bMgglbM—mmpfc—mmpm 11.5 9

44 PhaseMseparationMandMstateMoscillationMofMactiveMinertialMparticlesdMSofthMatterbM2020bMgmbMhokncholi 3.6 8

43 FoldingMandMstabilityMofMhelicalMbundleMproteinsMfromMcoarsecgrainedMmodelsdMProteins:hStructurewh
FunctionhandhBioinformaticsbM2013bMogbMghffcgg 4.2 8

42 StrainMfieldsMinMrepulsiveMcolloidalMcrystalsdMPhysicalhReviewhMaterialsbM2018bMhbM 3.2 8

41 TunableMemergentMstructuresMandMtravelingMwavesMinMmixturesMofMpassiveMandM
contactctriggeredcactiveMparticlesdMSofthMatterbM2017bMgibMmiihcmiip 3.6 7

40 xlchemicalMmolecularMdynamicsMforMinverseMdesigndMMolecularhPhysicsbM2019bMggnbMipmocipof 1.7 7

39 FzzMscuMyzzMPhaseMTransitionsMinMzonvexMandMzoncaveMHardMParticleMSystemsdMJournalhofhPhysicalh
ChemistryhBbM2019bMghibMpfiocpfki 3.4 6

(2019-2012)
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38 PhaseMbehaviorMandMdesignMrulesMforMplasticMcolloidalMcrystalsMofMhardMpolyhedraMviaMconsiderationMofM
directionalMentropicMforcesdMSofthMatterbM2019bMglbMliofcliop 3.6 6

37 ShapesMwithinMshapesqMhowMparticlesMarrangeMinsideMaMcavitydMSofthMatterbM2018bMgkbMifghcifgn 3.6 6

36 ImplementationMofMmetalcfriendlyM—xMeFSctypeMsemicempiricalMpotentialsMinMHOOM–cblueqMxM
GPUcacceleratedMmolecularMdynamicsMsoftwaredMJournalhofhComputationalhPhysicsbM2018bMilpbMilhcimf 4.1 6

35 HowMtoMProfessionallyM–evelopMReusableMScientificMSoftwareâ��xndMWhenMNotMTodMComputinghinh
SciencehandhEngineeringbM2019bMhgbMmmcnp 1.5 6

34 SupercomputingMPipelinesMSearchMforMTherapeuticsMxgainstMzOVI–cgpdMComputinghinhSciencehandh
EngineeringbM2021bMhibMncgm 1.5 6

33 OpencsourceMmolecularMmodelingMsoftwareMinMchemicalMengineeringMfocusingMonMtheMMolecularM
SimulationM–esignMFrameworkdMAICHEhJournalbM2021bMmnbMegnhfm 3.6 6

32 OrderedMNetworksMofMGoldMNanoparticlesMzrosslinkedMbyM–ithiolcOligomersdMParticlehandhParticleh
SystemshCharacterizationbM2018bMilbMgofffpn 3.1 5

31 xnisotropicMnanocrystalMshapeMandMligandMdesignMforMcocassemblydMSciencehAdvancesbM2021bMnbM 14.3 5

30 zalculationMofMcriticalMnucleationMratesMbyMtheMpersistentMembryoMmethodqMapplicationMtoMquasiMhardM
sphereMmodelsdMSofthMatterbM2018bMgkbMpgolcpgpi 3.6 5

29 –esigningMactiveMparticlesMforMcolloidalMmicrostructureMmanipulationMviaMstrainMfieldMalchemydMSofth
MatterbM2019bMglbMmfomcmfpm 3.6 4

28 rowanqMxMPythonMpackageMforMworkingMwithMquaternionsdMJournalhofhOpenhSourcehSoftwarebM2018bMibMnon 5.2 4

27 UnifiedMmemoryMinMHOOM–cblueMimprovesMnodeclevelMstrongMscalingdMComputationalhMaterialsh
SciencebM2020bMgnibMgfpilp 3.2 4

26
MovingMbeyondMtheMconstraintsMofMchemistryMviaMcrystalMstructureMdiscoveryMwithMisotropicMmultiwellM
pairMpotentialsdMProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericabM
2021bMggobM

11.5 4

25 HierarchicalMselfcassemblyMofMhardMcubeMderivativesdMSofthMatterbM2019bMglbMiniicinip 3.6 3

24 xssemblyMofMnanocrystalMclustersMbyMsolventMevaporationqMicosahedralMorderMandMtheMbreakdownMofM
theMMaxwellMregimedMSofthMatterbM2020bMgmbMnilfcnilo 3.6 3

23 ShapecdrivenMentropicMselfcassemblyMofManMopenbMreconfigurablebMbinaryMhostcguestMcolloidalMcrystaldM
SofthMatterbM2021bMgnbMhokfchoko 3.6 3

22 PrincipleMofMcorrespondingMstatesMforMhardMpolyhedronMfluidsdMMolecularhPhysicsbM2019bMggnbMilgocilhm 1.7 2

21 TheMalchemicalMenergyMlandscapeMforMaMpentamericMclusterdMJournalhofhChemicalhPhysicsbM2020bMglhbMfgkgfm3.9 2
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20 —ffectMofMParticlesMofMIrregularMSizeMonMtheMMicrostructureMandMStructuralMzolorMofMSelfcxssembledM
zolloidalMzrystalsdMLangmuirbM2021bMinbMgiiffcgiifo 4 2

19 OnMtheMThermodynamicMStabilityMofMyinaryMSuperlatticesMofMPolystyrenecFunctionalizedM
NanocrystalsdMMacromoleculesbM2020bMlibMpphpcppkh 5.5 2

18 xMmeancfieldMapproachMtoMsimulatingManisotropicMparticlesdMJournalhofhChemicalhPhysicsbM2020bMglibMfokgfm3.9 2

17 HighcthroughputMvirtualMlaboratoryMforMdrugMdiscoveryMusingMmassiveMdatasetsdMInternationalhJournalh
ofhHighhPerformancehComputinghApplicationsbM2021bMilbMklhckmo 1.8 2

16 TopologicalMorderMinMdenselyMpackedManisotropicMcolloidsdMPhysicalhReviewhEbM2019bMgffbMfihmfo 2.4 2

15 SculptingMcrystalsMoneMyurgersMvectorMatMaMtimeqMTowardMcolloidalMlatticeMrobotMswarmsdMProceedingsh
ofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericabM2021bMggobM 11.5 2

14 ScalecfreebMprogrammableMdesignMofMmorphableMchainMloopsMofMkilobotsMandMcolloidalMmotorsdM
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericabM2020bMggnbMonffcongf 11.5 1

13 FluctuationsMofMStiffMPolymersMandMzellMMechanicsM2010bM 1

12 xcceleratedMannealingMofMcolloidalMcrystalMmonolayersMbyMmeansMofMcyclicallyMappliedMelectricMfieldsdM
ScientifichReportsbM2021bMggbMggfkh 4.9 1

11 UnexpectedM–ependenceMofMPhotonicMyandMGapMSizeMonMRandomnessMinMSelfcxssembledMzolloidalM
zrystalsdMPhysicalhReviewhLettersbM2021bMghmbMhfoffh 7.4 1

10 PinningMdislocationsMinMcolloidalMcrystalsMwithMactiveMparticlesMthatMseekMstackingMfaultsdMSofthMatterbM
2020bMgmbMkgohckgpg 3.6 1

9 ParticleMshapeMtunesMfragilityMinMhardMpolyhedronMglasscformersdMSofthMatterbM2021bMgnbMmffcmgf 3.6 1

8 ThermodynamicM—quilibriumMofMyinaryMNanocrystalMSuperlatticesdMJournalhofhPhysicalhChemistryhCbM
2021bMghlbMgopimcgopkl 3.8 1

7 HitM—xpansionMofMaMNoncovalentMSxRSczoVchMMainMProteaseMInhibitorddMACShPharmacologyhandh
TranslationalhSciencebM2022bMlbMhllchml 5.9 1

6 InverseMdesignMofMisotropicMpairMpotentialsMusingMdigitalMalchemyMwithMaMgeneralizedMFourierM
potentialdMEuropeanhPhysicalhJournalhBbM2021bMpkbMg 1.2 0

5 FormationMofMaMsingleMquasicrystalMuponMcollisionMofMmultipleMgrainsdMNaturehCommunicationsbM2021bM
ghbMlnpf 17.4 0

4 TheMroleMofMcomplementaryMshapeMinMproteinMdimerizationdMSofthMatterbM2021bMgnbMninmcnioi 3.6 0

3 TuningMStoichiometryMtoMPromoteMFormationMofMyinaryMzolloidalMSuperlatticesddMPhysicalhReviewh
LettersbM2022bMghobMgooffg 7.4 0

(2022-2021)
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2 SynthesizableMnanoparticleMeigenshapesMforMcolloidalMcrystalsdMNanoscalebM2021bMgibMgiifgcgiifp 7.7

1 ScalingMSQLMtoMtheMSupercomputerMforMInteractiveMxnalysisMofMSimulationM–atadMCommunicationshinh
ComputerhandhInformationhSciencebM2022bMihnciip 0.3
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