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dynamicsJsimulations_JJournalfoffMolecularfLiquidsWJ2015WJdcbWJcikZckk 6 70
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101 SuperdiffusiveJheatJconductionJinJsemiconductorJalloys_J}_JTheoreticalJfoundations_JPhysicalfReviewf
BWJ2015WJlcWJ 3.3 59

100 αolecularJdynamicsJsimulationsJofJtheJstructureJofJtheJgrapheneZionicJliquidaalkaliJsaltJmixturesJ
interface_JPhysicalfChemistryfChemicalfPhysicsWJ2014WJchWJcedicZk 3.6 54

99 −iquidâ��solidâ��liquidJphaseJtransitionJhysteresisJloopsJinJtheJionicJconductivityJofJtenJ
imidazoliumZbasedJionicJliquids_JFluidfPhasefEquilibriaWJ2012WJedbWJcZcb 2.5 54

98 xxceptionallyJStrongJPhononJScatteringJbyJuJSubstitutionJinJvubicJSiv_JPhysicalfReviewfLettersWJ2017
WJcclWJbiglbd 7.4 53

97 tbJinitioJstudyJofJtheJeffectJofJvacanciesJonJtheJthermalJconductivityJofJboronJarsenide_JPhysicalf
ReviewfBWJ2016WJlfWJ 3.3 53

96 TwistingJphononsJinJcomplexJcrystalsJwithJquasiZoneZdimensionalJsubstructures_JNaturef
CommunicationsWJ2015WJhWJhide 17.4 52

95 αolecularJdynamicsJsimulationsJofJtheJstructuralJandJthermodynamicJpropertiesJofJ
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88 tbJinitioJphononJscatteringJbyJdislocations_JPhysicalfReviewfBWJ2017WJlgWJ 3.3 43
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electricJconductivity_JFluidfPhasefEquilibriaWJ2010WJdlkWJdkbZdkh 2.5 43
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zigzagJgrapheneJnanoribbons_JPhysicalfReviewfBWJ2010WJkcWJ 3.3 41
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ReviewfBWJ2016WJlfWJ 3.3 41
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80 StructuralJvomplexityJandJPhononJPhysicsJinJdwJtrsenenes_JJournalfoffPhysicalfChemistryfLettersWJ
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76 ReZentrantJphaseJbehaviorJforJsystemsJwithJcompetitionJbetweenJphaseJseparationJandJ
selfZassembly_JJournalfoffChemicalfPhysicsWJ2011WJcefWJcbflbg 3.9 30

75 PhononJthermalJtransportJinJd{WJf{JandJh{JsiliconJcarbideJfromJfirstJprinciples_JMaterialsfTodayf
PhysicsWJ2017WJcWJecZek 8 29

74 WhatJwillJfreestandingJboropheneJnanoribbonsJlookJlikerJtnJanalysisJofJtheirJpossibleJstructuresWJ
magnetismJandJtransportJproperties_JPhysicalfChemistryfChemicalfPhysicsWJ2017WJclWJcbgfZcbhc 3.6 28

73 PseudolatticeJtheoryJofJtheJsurfaceJtensionJofJionicJliquidZwaterJmixtures_JJournalfoffPhysicalf
ChemistryfBWJ2009WJcceWJcdgbbZg 3.4 27

72 αagnetismJofJsubstitutionalJyeJimpuritiesJinJgrapheneJnanoribbons_JJournalfoffChemicalfPhysicsWJ
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studyJusingJnonlocalJvanJderJWaalsJdensityJfunctionals_JPhysicalfReviewfBWJ2012WJkgWJ 3.3 24
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70 yirstZprinciplesJquantitativeJpredictionJofJtheJlatticeJthermalJconductivityJinJrandomJsemiconductorJ
alloysmJTheJroleJofJforceZconstantJdisorder_JPhysicalfReviewfBWJ2018WJlkWJ 3.3 24

69 ThermoelectricJPropertiesJofJ{ybridJθrganicâ��}norganicJSuperlattices_JJournalfoffPhysicalfChemistryf
CWJ2012WJcchWJcbkkcZcbkkh 3.8 23

68
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66 UltralowJlatticeJthermalJconductivityJinJtopologicalJinsulatorJTluiSed_JAppliedfPhysicsfLettersWJ2016WJ
cbkWJdeelbd 3.4 19
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AppliedfPhysicsWJ2018WJgcWJbcfbbc 3 19

64 PhononJScatteringJbyJwislocationsJinJzaβ_JACSfAppliedfMaterialsfmamp;fInterfacesWJ2019WJccWJkcigZkckc 9.5 18
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nanostructuring_JJournalfoffMaterialsfChemistryfAWJ2018WJhWJilglZilhh 13 17

62 αolecularJhydrogenJuptakeJbyJzigzagJgrapheneJnanoribbonsJdopedJwithJearlyJedJtransitionZmetalJ
atoms_JInternationalfJournalfoffHydrogenfEnergyWJ2013WJekWJkkidZkkkb 6.7 17

61 PhononJtransportJunveilsJtheJprevalentJpointJdefectsJinJzaβ_JPhysicalfReviewfMaterialsWJ2018WJdWJ 3.2 17

60 UltrahighJThermalJvonductivityJofJ˛‚ZPhaseJTantalumJβitride_JPhysicalfReviewfLettersWJ2021WJcdhWJccglbc 7.4 16

59 ThermalJResistanceJofJzaβatlβJzradedJ}nterfaces_JPhysicalfReviewfAppliedWJ2019WJccWJ 4.3 15
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56 ttomisticJoriginJofJglassZlikeJZnfSbeJthermalJconductivity_JAppliedfPhysicsfLettersWJ2013WJcbeWJcbelbd 3.4 14

55 ThermalJvonductivityJofJ}onicJ−iquidsmJtJPseudolatticeJtpproach_JJournalfoffPhysicalfChemistryfCWJ
2012WJcchWJcdhgZcdie 3.8 14

54 ResonantJphononJscatteringJinJsemiconductors_JJournalfoffMaterialsfChemistryfCWJ2018WJhWJfhlcZfhli 7.1 13
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ThermophysicalfEngineeringWJ2017WJdcWJdeiZdfh 3.7 13

(2017-2018)

5



52 TheoreticalJmodelJforJmoistureJadsorptionJonJionicJliquidsmJtJmodifiedJurunauerâ��xmmetâ��TellerJ
isothermJapproach_JFluidfPhasefEquilibriaWJ2011WJebcWJcckZcdd 2.5 13

51 βonextensiveJstatisticalJmechanicsJofJionicJsolutions_JPhysicsfLetterssfSectionfA:fGeneralsfAtomicfandf
SolidfStatefPhysicsWJ2007WJeibWJfbgZfcd 2.3 13

50 {umanJ}mmuneJProteinJvcqJSelectivelyJwisaggregatesJvarbonJβanotubes_JNanofLettersWJ2017WJciWJefblZefcg11.5 12

49 PredictiveJwesignJandJxxperimentalJRealizationJofJ}ntsazatsJSuperlatticesJwithJTailoredJThermalJ
vonductivity_JJournalfoffPhysicalfChemistryfCWJ2018WJcddWJfbgfZfbhd 3.8 12

48 RoleJofJforceZconstantJdifferenceJinJphononJscatteringJbyJnanoZprecipitatesJinJPbTe_JJournalfoff
AppliedfPhysicsWJ2015WJcckWJbkgibc 2.5 12

47 αolecularZdynamicsJpredictionJofJtheJthermalJconductivityJofJthinJ}nPJnanowiresmJSimilaritiesJtoJSi_J
PhysicalfReviewfBWJ2009WJkbWJ 3.3 12

46 vombinedJtreatmentJofJphononJscatteringJbyJelectronsJandJpointJdefectsJexplainsJtheJthermalJ
conductivityJreductionJinJhighlyZdopedJSi_JJournalfoffMaterialsfChemistryfAWJ2020WJkWJcdieZcdik 13 12

45 tJtheoreticalJmodelJofJtheJthermoelectricJpropertiesJofJSnSxSecâ��xJandJhowJtoJfurtherJenhanceJitsJ
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44 tnomalouslyJlargeJlatticeJthermalJconductivityJinJmetallicJtungstenJcarbideJandJitsJoriginJinJtheJ
electronicJstructure_JMaterialsfTodayfPhysicsWJ2020WJceWJcbbdcf 8 11

43 tbJinitioJlatticeJthermalJconductivityJofJbulkJandJthinZfilmJ˛–Zt}dθe_JMRSfCommunicationsWJ2018WJkWJccclZccde2.7 10

42 PredictionJofJphononJthermalJtransportJinJthinJzatsWJ}ntsJandJ}nPJnanowiresJbyJmolecularJdynamicsJ
simulationsmJinfluenceJofJtheJinteratomicJpotential_JNanotechnologyWJ2011WJddWJckgibf 3.4 10

41 ShortcomingsJofJmetaZzztJfunctionalsJwhenJdescribingJmagnetism_JPhysicalfReviewfBWJ2020WJcbdWJ 3.3 9

40 TheJxffectJofJ–anusJtsymmetryJonJThermalJTransportJinJSnSSe_JJournalfoffPhysicalfChemistryfCWJ
2020WJcdfWJcifihZcifkf 3.8 9

39 uasalZplaneJthermalJconductivityJofJnanocrystallineJandJamorphizedJthinJgermanane_JAppliedf
PhysicsfLettersWJ2016WJcblWJceclbi 3.4 9

38 TheJty−θWJyleetJforJαaterialsJwiscoveryJ2018WJcZdk 9

37 wensityJyunctionalJStudyJofJvhargeJTransferJatJtheJzraphenea}onicJ−iquidJ}nterface_JJournalfoff
PhysicalfChemistryfCWJ2018WJcddWJcgbibZcgbii 3.8 9

36 PhononJtransportJacrossJcrystalZphaseJinterfacesJandJtwinJboundariesJinJsemiconductingJ
nanowires_JNanoscaleWJ2019WJccWJchbbiZchbch 7.7 7

35 tJdensityZfunctionalJstudyJofJtheJstructuresJandJelectronicJpropertiesJofJneutralWJanionicWJandJ
endohedrallyJdopedJ}nSxTPSxTJclusters_JJournalfoffChemicalfPhysicsWJ2009WJcecWJbifgbf 3.9 7
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34 vomplexJβetworkJtnalysisJinJSocioeconomicJαodels_JDynamicfModelingfandfEconometricsfinf
EconomicsfandfFinanceWJ2015WJdblZdfg 7

33 uoropheneJvs_JgrapheneJinterfacesmJTuningJtheJelectricJdoubleJlayerJinJionicJliquids_JJournalfoff
MolecularfLiquidsWJ2020WJebeWJccdhfi 6 7

32 VibrationalJPropertiesJofJαetastableJPolymorphJStructuresJbyJαachineJ−earning_JJournalfoff
ChemicalfInformationfandfModelingWJ2018WJgkWJdfhbZdfhh 6.1 7

31 αachineZlearningJPredictionJofJ}nfraredJSpectraJofJ}nterstellarJPolycyclicJtromaticJ{ydrocarbons_J
AstrophysicalfJournalWJ2020WJlbdWJcbb 4.7 6

30 θptimisationJofJtheJthermoelectricJefficiencyJofJzirconiumJtrisulphideJmonolayersJthroughJunixialJ
andJbiaxialJstrain_JNanoscalefAdvancesWJ2020WJdWJgegdZgehc 5.1 6

29 }nfluenceJofJtheJadditionJofJ{alfZ{euslerJnanoparticlesJonJtheJthermoelectricalJpropertiesJofJanJ
βZtypeJmagnesiumâ��siliconâ��tinJalloy_JScriptafMaterialiaWJ2015WJcbfWJgZk 5.6 5

28 tnisotropicJThermalJvonductivityJinJyewZ−ayerJandJuulkJTitaniumJTrisulphideJfromJyirstJPrinciples_J
NanomaterialsWJ2020WJcbWJ 5.4 5

27 zlassZlikeJthermalJconductivityJinJnanostructuresJofJaJcomplexJanisotropicJcrystal_JPhysicalfReviewfB
WJ2017WJlhWJ 3.3 5

26 tJdensityZfunctionalJstudyJofJtheJverticalJionizationJpotentialsJofJtheJclusterJαnce_JJournalfoff
ChemicalfPhysicsWJ2009WJcecWJbfhcbc 3.9 5

25 βonequilibriumJnanothermodynamics_JPhysicalfReviewfEWJ2008WJiiWJbddcbd 2.4 5

24 xffectJofJlocalJchemistryJandJstructureJonJthermalJtransportJinJdopedJzats_JPhysicalfReviewf
MaterialsWJ2019WJeWJ 3.2 5

23 {owJdopantsJlimitJtheJultrahighJthermalJconductivityJofJboronJarsenidemJaJfirstJprinciplesJstudy_JNpjf
ComputationalfMaterialsWJ2021WJiWJ 10.9 5

22 UnderstandingJPhononJScatteringJbyJβanoprecipitatesJinJPotassiumZwopedJ−eadJvhalcogenides_J
ACSfAppliedfMaterialsfmamp;fInterfacesWJ2017WJlWJehkhZehle 9.5 4

21 vouplingJofJSpinonsJwithJwefectsJandJPhononsJinJtheJSpinJvhainJvompoundJva_{d}vuθ_{e}_JPhysicalf
ReviewfLettersWJ2019WJcddWJckglbc 7.4 4

20 zrowthWJchargeJandJthermalJtransportJofJfloweredJgraphene_JCarbonWJ2020WJchcWJdglZdhk 10.4 4

19 θptimizingJphononJscatteringJbyJnanoprecipitatesJinJleadJchalcogenides_JAppliedfPhysicsfLettersWJ
2016WJcbkWJccelbc 3.4 4

18 αicrocanonicalJequationsJobtainedJfromJtheJTsallisJentropy_JPhysicafA:fStatisticalfMechanicsfandfItsf
ApplicationsWJ2008WJekiWJhigdZhigk 3.3 4

17 −ocalizedJdimersJdriveJstrongJanharmonicityJandJlowJlatticeJthermalJconductivityJinJZnSed_JPhysicalf
ReviewfBWJ2020WJcbdWJ 3.3 4
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16 ParameterZfreeJmodelJtoJestimateJthermalJconductivityJinJnanostructuredJmaterials_JPhysicalf
ReviewfBWJ2019WJcbbWJ 3.3 3

15 {ighZthroughputJstudyJofJtheJstaticJdielectricJconstantJatJhighJtemperaturesJinJoxideJandJfluorideJ
cubicJperovskites_JPhysicalfReviewfMaterialsWJ2020WJfWJ 3.2 3

14 TunableJgapJinJstableJarseneneJnanoribbonsJopensJtheJdoorJtoJelectronicJapplications__JRSCf
AdvancesWJ2019WJlWJcckckZcckde 3.7 2

13 UsingJnanotubesJtoJstudyJtheJphononJspectrumJofJtwoZdimensionalJmaterials_JPhysicalfChemistryf
ChemicalfPhysicsWJ2019WJdcWJgdcgZgdde 3.6 2

12 xlectronicJpropertiesJofJpureJandJpZtypeJdopedJhexagonalJsheetsJandJzigzagJnanoribbonsJofJ}nP_J
JournalfoffPhysicsfCondensedfMatterWJ2013WJdgWJbkggbh 1.8 2

11 StructuralWJmagneticWJandJvibrationalJpropertiesJofJstoichiometricJclustersJofJvrβ_JInternationalf
JournalfoffQuantumfChemistryWJ2015WJccgWJgdeZgdk 2.1 2

10 TwistedJbilayerJgrapheneJasJaJlinearJnanoactuator_JPhysicalfReviewfBWJ2020WJcbdWJ 3.3 2

9 PseudolatticeJTheoryJofJ}onicJ−iquidsJ2011WJ 1

8 }nfluenceJofJθnionZlikeJvarbonaceousJParticlesJonJtheJtggregationJProcessJofJ{ydrocarbons_JACSf
OmegaWJ2021WJhWJdiklkZdilbf 3.9 1

7 TheJty−θWJyleetJforJαaterialsJwiscoveryJ2020WJcikgZckcd 1

6 xffectsJofJdopingJsubstitutionsJonJtheJthermalJconductivityJofJhalfZ{euslerJcompounds_JPhysicalf
ReviewfBWJ2021WJcbeWJ 3.3 1

5 QuantumJSelfZvonsistentJtbZ}nitioJ−atticeJwynamics_JComputerfPhysicsfCommunicationsWJ2021WJdheWJcbilfg4.2 1

4 ThermoelectricJpropertiesJofJtheJSnSJmonolayermJyullyJabJinitioJandJacceleratedJcalculations_J
JournalfoffAppliedfPhysicsWJ2021WJcebWJbgfebc 2.5 1

3 StrainZtunableJlatticeJthermalJconductivityJofJtheJ–anusJPtSTeJmonolayer_JJournalfoffPhysicsf
CondensedfMatterWJ2021WJefWJ 1.8 1

2 StructuralJandJelectronicJpropertiesJofJzigzagJ}nPJnanoribbonsJwithJStoneZWalesJtypeJdefects_J
JournalfoffPhysicsfCondensedfMatterWJ2016WJdkWJbhggbe 1.8 0
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