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48 ubJinitioJmetadynamicsJdeterminationJofJtemperatureadependentJfreeaenergyJlandscapeJinJ
ultrasmallJsilverJclustersbbJJournalrofrChemicalrPhysicsZJ2022ZJeijZJeihgde 3.9 2

47 RealatimeJtimeadependentJdensityJfunctionalJtheoryJimplementationJofJelectronicJcircularJ
dichroismJappliedJtoJnanoscaleJmetalaorganicJclustersbJJournalrofrChemicalrPhysicsZJ2021ZJeihZJeehedf 3.9 6

46 utomicJstructureJandJoriginJofJchiralityJofJxNuastabilizedJsilverJclustersbJPhysicalrReviewrMaterialsZJ
2020ZJhZJ 3.2 7

45 LargeaZJlimitJinJatomsJandJsolidsJfromJfirstJprinciplesbJJournalrofrChemicalrPhysicsZJ2019ZJeieZJfhhede 3.9 1

44 SemilocalJkineticJenergyJfunctionalsJwithJparametersJfromJneutralJatomsbJPhysicalrReviewrBZJ2019ZJ
eddZJ 3.3 8

43 SilveraStabilizedJ†uanineJxuplexnJStructuralJandJOpticalJPropertiesbJJournalrofrPhysicalrChemistryr
LettersZJ2018ZJmZJhklmahkmh 6.4 9

42 OpticalJPropertiesJofJSilveraMediatedJxNuJfromJMolecularJxynamicsJandJTimeJxependentJxensityJ
zunctionalJTheorybJInternationalrJournalrofrMolecularrSciencesZJ2018ZJemZJ 6.3 5

41
†ridavasedJProjectorJuugmentedJWaveJS†PuWTJImplementationJofJQuantumJMechanicscMolecularJ
MechanicsJSQMcMMTJylectrostaticJymbeddingJandJupplicationJtoJaJSolvatedJxiplatinumJwomplexbJ
JournalrofrChemicalrTheoryrandrComputationZJ2017ZJegZJjdedajdff

6.4 24

40 RedoxJPotentialsJfromJubJInitioJMolecularJxynamicsJandJyxplicitJyntropyJwalculationsnJupplicationJ
toJTransitionJMetalsJinJuqueousJSolutionbJJournalrofrChemicalrTheoryrandrComputationZJ2017ZJegZJghgfaghhe6.4 12

39 yxcitationadependentJfluorescenceJfromJatomiccmolecularJlayerJdepositedJsodiumauracilJthinJfilmsbJ
ScientificrReportsZJ2017ZJkZJjmlf 4.9 11

38 SilveraMediatedJxoubleJ–elixnJStructuralJParametersJforJaJRobustJxNuJvuildingJvlockbJACSrOmegaZJ
2017ZJfZJkghgakghl 3.9 19

37 SelfaconsistentJassessmentJofJynglertaSchwingerJmodelJonJatomicJpropertiesbJJournalrofrChemicalr
PhysicsZJ2017ZJehkZJfghedf 3.9 4

36 ThreeaximensionalJUracilJNetworkJwithJSodiumJasJaJLinkerbJJournalrofrPhysicalrChemistryrCZJ2016ZJ
efdZJfjghfafjghm 3.8 17

35 StructuralJmorphologyJofJcarbonJnanofibersJgrownJonJdifferentJsubstratesbJCarbonZJ2016ZJmlZJghgagie 10.4 17

34 xensityJandJlocalizedJstatesRJimpactJonJamorphousJcarbonJelectronJtransportJmechanismsbJJournalr
ofrAppliedrPhysicsZJ2016ZJefdZJfehgdg 2.5 2

33 uccurateJschemesJforJcalculationJofJthermodynamicJpropertiesJofJliquidJmixturesJfromJmolecularJ
dynamicsJsimulationsbJJournalrofrChemicalrPhysicsZJ2016ZJehiZJfhhidh 3.9 23

32 SilverJSITJasJxNuJgluenJugSWTamediatedJguanineJpairingJrevealedJbyJremovingJWatsonawrickJ
constraintsbJScientificrReportsZJ2015ZJiZJedejg 4.9 101
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31 PiezoelectricJcoefficientsJandJspontaneousJpolarizationJofJSculNbJJournalrofrPhysicsrCondensedr
MatterZJ2015ZJfkZJfhimde 1.8 119

30 OptimizingJaJparametrizedJThomasazermiaxiracaWeizsˆ⁄ckerJdensityJfunctionalJforJatomsbJPhysicalr
ChemistryrChemicalrPhysicsZJ2015ZJekZJgehjgake 3.6 11

29 TheJRoleJofJ–ydrogenJvondsJinJtheJStabilizationJofJSilveraMediatedJwytosineJTetramersbJJournalrofr
PhysicalrChemistryrLettersZJ2015ZJjZJhdjeaj 6.4 37

28 OnJtheJinteractionJbetweenJgoldJandJsilverJmetalJatomsJandJxNucRNuJnucleobasesJâ��JaJ
comprehensiveJcomputationalJstudyJofJgroundJstateJpropertiesbJNanotechnologyrReviewsZJ2015ZJhZJ 6.3 14

27 OpticalJSpectraJofJtheJSpecialJuuehhJ†oldawlusterJwompoundsnJSensitivityJtoJStructureJandJ
SymmetrybJJournalrofrPhysicalrChemistryrCZJ2015ZJeemZJeefidaeefim 3.8 34

26 ynergyJbandJalignmentJandJelectronicJstatesJofJamorphousJcarbonJsurfacesJinJvacuoJandJinJ
aqueousJenvironmentbJJournalrofrAppliedrPhysicsZJ2015ZJeekZJdghidf 2.5 9

25 uJMultiscaleJwodeJforJzlexibleJ–ybridJSimulationsJUsingJuSyJzrameworkbJComputingrinrSciencerandr
EngineeringZJ2014ZJejZJihajf 1.5

24 utomicJandJelectronicJstructureJofJtetrahedralJamorphousJcarbonJsurfacesJfromJdensityJfunctionalJ
theorynJPropertiesJandJsimulationJstrategiesbJCarbonZJ2014ZJkkZJeejlaeelf 10.4 37

23 OrbitalafreeJdensityJfunctionalJtheoryJimplementationJwithJtheJprojectorJaugmentedawaveJ
methodbJJournalrofrChemicalrPhysicsZJ2014ZJeheZJfghedf 3.9 58

22 zirstaPrinciplesJStudyJofJyxcitedJStateJyvolutionJinJaJProtectedJ†oldJwomplexbJJournalrofrPhysicalr
ChemistryrCZJ2013ZJeekZJeelgkaeelhf 3.8 6

21 SolventJdrivenJformationJofJsilverJembeddedJresorcinareneJnanorodsbJCrystEngCommZJ2012ZJehZJghkagid3.3 13

20 xerivativesJofJtheJthiolateaprotectedJgoldJclusterJuufiSSRTelJaebJEuropeanrPhysicalrJournalrDZJ2011ZJ
jgZJgeeageh 1.3 12

19 TheJulidwpUefJwlusterJâ��JuJeglaylectronJwlosedJShellJSLJqJjTJSuperatombJEuropeanrJournalrofr
InorganicrChemistryZJ2011ZJfdeeZJfjhmafjif 2.3 39

18 ylectronicJandJvibrationalJsignaturesJofJtheJuuedfSpaMvuThhJclusterbJJournalrofrtherAmericanr
ChemicalrSocietyZJ2011ZJeggZJgkifai 16.4 74

17 ylectronicJstructureJofJgoldZJaluminumZJandJgalliumJsuperatomJcomplexesbJPhysicalrReviewrBZJ2011ZJ
lhZJ 3.3 37

16 yvidenceJofJsuperatomJelectronicJshellsJinJligandastabilizedJaluminumJclustersbJJournalrofrChemicalr
PhysicsZJ2011ZJegiZJdmhkde 3.9 40

15 QuantumJsizeJeffectsJinJambientJwOJoxidationJcatalysedJbyJligandaprotectedJgoldJclustersbJNaturer
ChemistryZJ2010ZJfZJgfmagh 17.6 266

14 TheoreticalJwharacterizationJofJwyclicJThiolatedJwopperZJSilverZJandJ†oldJwlustersbJJournalrofr
PhysicalrChemistryrCZJ2010ZJeehZJegikeaegikj 3.8 46
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13 ThiolateaProtectedJuufiJSuperatomsJasJvuildingJvlocksnJximersJandJwrystalsâ� bJJournalrofrPhysicalr
ChemistryrCZJ2010ZJeehZJeimljaeimmh 3.8 99

12
yxperimentalJandJxensityJzunctionalJTheoryJunalysisJofJSerialJIntroductionsJofJ
ylectronaWithdrawingJLigandsJintoJtheJLigandJShellJofJaJThiolateaProtectedJuufiJNanoparticlebJ
JournalrofrPhysicalrChemistryrCZJ2010ZJeehZJlfkjalfle

3.8 59

11 whiralityJandJelectronicJstructureJofJtheJthiolateaprotectedJuuglJnanoclusterbJJournalrofrther
AmericanrChemicalrSocietyZJ2010ZJegfZJlfedal 16.4 367

10 OligomericJ†oldâ��ThiolateJUnitsJxefineJtheJPropertiesJofJtheJMolecularJäunctionJbetweenJ†oldJandJ
venzeneJxithiolsbJJournalrofrPhysicalrChemistryrLettersZJ2010ZJeZJeiflaeigf 6.4 40

9 ylectronicJstructureJcalculationsJwithJ†PuWnJaJrealaspaceJimplementationJofJtheJprojectorJ
augmentedawaveJmethodbJJournalrofrPhysicsrCondensedrMatterZJ2010ZJffZJfigfdf 1.8 1092

8 ProbingJtheJutomicaScaleJStructureJofJMonolayeraProtectedJuuglJwlustersbJMicroscopyrandr
MicroanalysisZJ2010ZJejZJejifaejig 0.5

7 wharacterizationJofJironacarbonylaprotectedJgoldJclustersbJJournalrofrtherAmericanrChemicalrSocietyZJ
2009ZJegeZJefikgai 16.4 17

6 uJdensityJfunctionalJinvestigationJofJthiolateaprotectedJbimetalJPduuSfhTSSRTSelTSzTJclustersnJ
dopingJtheJsuperatomJcomplexbJPhysicalrChemistryrChemicalrPhysicsZJ2009ZJeeZJkefgam 3.6 92

5 xensityJfunctionalJtheoryJbasedJscreeningJofJternaryJalkaliatransitionJmetalJborohydridesnJaJ
computationalJmaterialJdesignJprojectbJJournalrofrChemicalrPhysicsZJ2009ZJegeZJdehede 3.9 74

4 StructureJandJvondingJinJtheJUbiquitousJIcosahedralJMetallicJ†oldJwlusterJuuehhSSRTjdbJJournalrofr
PhysicalrChemistryrCZJ2009ZJeegZJidgiaidgl 3.8 363

3 uJunifiedJviewJofJligandaprotectedJgoldJclustersJasJsuperatomJcomplexesbJProceedingsrofrther
NationalrAcademyrofrSciencesrofrtherUnitedrStatesrofrAmericaZJ2008ZJediZJmeikajf 11.5 1264

2 wonductanceJthroughJatomicJpointJcontactsJbetweenJfccSeddTJelectrodesJofJgoldbJEuropeanr
PhysicalrJournalrBZJ2008ZJjjZJhmkaide 1.2 1

1 QuantumJwalksJonJwayleyJgraphsbJJournalrofrPhysicsrAZJ2006ZJgmZJiliaimm 18
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