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107 ”olecularLuynamicsLznvestigationLofLyalideYtontainingLPhosphoY⁴ilicateLsioactiveLxlassesZLJournall
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glassesZLMaterialslandlDesignXL2016XLigXLgcYhe 8.1 33

86 RamanLandLuw₂LstudyLofLmethimazoleLchemisorbedLonLgoldLcolloidalLnanoparticlesZLPhysicall
ChemistrylChemicallPhysicsXL2016XLahXLeigdYh] 3.6 23
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disclosedLbyLuw₂LandL₂uYuw₂LcalculationsZLTheoreticallChemistrylAccountsXL2016XLaceXLa 1.9 10

84 znsightsLintoLstructuralLandLdynamicalLfeaturesLofLwaterLatLhalloysiteLinterfacesLprobedLbyLuw₂LandL
classicalLmolecularLdynamicsLsimulationsZLPhysicallChemistrylChemicallPhysicsXL2016XLahXLbafdYgd 3.6 22

83 RecentLadvancesLinLsolidYstateL–”RLcomputationalLspectroscopykL₂heLcaseLofLaluminoYsilicateL
glassesZLInternationallJournalloflQuantumlChemistryXL2016XLaafXLaeb]Yaeca 2.1 19

82 ”odelingLemissionLfeaturesLofLsalicylideneLanilineLmolecularLcrystalskLrL³”[³”SLapproachZLJournall
oflComputationallChemistryXL2016XLcgXLhfaYg] 3.5 21

81 βhatLtanLβeL“earnLfromLrtomisticL⁴imulationsLofLsioactiveLxlassespZLAdvancedlStructuredl
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ChemistrylBXL2015XLaaiXLd]]iYai 3.4 89
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67 ®nLtheLstructureLofLteYcontainingLsilicophosphateLglasseskLaLcoreYshellLmolecularLdynamicsL
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66 ®xalylLdihydrazideLpolymorphismkLaLperiodicLdispersionYcorrectedLuw₂LandL”PbLinvestigationZL
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61
ProbingLsiliconLandLaluminiumLchemicalLenvironmentsLinLsilicateLandLaluminosilicateLglassesLbyLsolidL
stateL–”RLspectroscopyLandLaccurateLfirstYprinciplesLcalculationsZLGeochimicalEtlCosmochimicalActa
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52
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byLmeansLofLtimeYresolvedLemissionLspectroscopyLandLaccurateL₂uuw₂[stochasticLcalculationsZL
PhysicallChemistrylChemicallPhysicsXL2013XLaeXLabcf]Ygb

3.6 29
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50 wirstYprinciplesLsimulationsLofLtheLbgrlLandLag®LsolidYstateL–”RLspectraLofLtheLtarlb⁴ic®a]LglassZL
HighlightslinlTheoreticallChemistryXL2013XLhgYig

49 zntegratedLcomputationalLapproachesLforLspectroscopicLstudiesLofLmolecularLsystemsLinLtheLgasL
phaseLandLinLsolutionkLpyrimidineLasLaLtestLcaseZLHighlightslinlTheoreticallChemistryXL2013XLcaiYccg

48 ₂heLelectronicLstructureLofLtheLluteinLtripletLstateLinLplantLlightYharvestingLcomplexLzzZLPhysicall
ChemistrylChemicallPhysicsXL2012XLadXLabbchYea 3.6 18

47 −nambiguousLuescriptionLofLtheL®xygenLvnvironmentLinL”ulticomponentLrluminosilicateLxlassesL
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44 ®nLtheLabilityLofLperiodicLdispersionYcorrectedLuw₂LcalculationsLtoLpredictLmolecularLcrystalL
polymorphismLinLparaYdiiodobenzeneZLChemicallPhysicslLettersXL2012XLedaXLabYae 2.5 17

43 vxtensionLofLtheLr”svRLforceLfieldLtoLcyclicL˛–X˛–LdialkylatedLpeptidesZLPhysicallChemistrylChemicall
PhysicsXL2012XLadXLaec]hYb] 3.6 14

42 wirstYprinciplesLsimulationsLofLtheLbgrlLandLag®LsolidYstateL–”RLspectraLofLtheLtarlb⁴ic®a]LglassZL
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41 zntegratedLcomputationalLapproachesLforLspectroscopicLstudiesLofLmolecularLsystemsLinLtheLgasL
phaseLandLinLsolutionkLpyrimidineLasLaLtestLcaseZLTheoreticallChemistrylAccountsXL2012XLacaXLa 1.9 63

40 rbsorptionLandLemissionLspectraLofLfluorescentLsilicaLnanoparticlesLfromL₂uYuw₂[””[Pt”L
calculationsZLPhysicallChemistrylChemicallPhysicsXL2011XLacXLaffhiYig 3.6 34

39 znsightLintoLtheLstructureLofLvanadiumLcontainingLglasseskLrLmolecularLdynamicsLstudyZLJournallofl
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38 wluorescenceLspectraLofLorganicLdyesLinLsolutionkLaLtimeLdependentLmultilevelLapproachZLPhysicall
ChemistrylChemicallPhysicsXL2011XLacXLbaf]Yf 3.6 51
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36 znL⁴ilicoL⁴tudyLofLyydroxyapatiteLandLsioglass´fikLyowLtomputationalL⁴cienceL⁴hedsL“ightLonL
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35 wluorineLenvironmentLinLbioactiveLglasseskLabLinitioLmolecularLdynamicsLsimulationsZLJournallofl
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34 ”agneticLResonanceL⁴pectroscopykL⁴ingletLandLuoubletLvlectronicL⁴tatesL2011XLb]gYbdh 1

33 –ewLznsightsLintoLtheLrtomicL⁴tructureLofLde⁴eLsioglassLbyL”eansLofL⁴olidY⁴tateL–”RL⁴pectroscopyL
andLrccurateLwirstYPrinciplesL⁴imulationsZLChemistryloflMaterialsXL2010XLbbXLefddYefeb 9.6 112

32 ”olecularLdynamicsLsimulationsLofLsodiumLsilicateLglasseskL®ptimizationLandLlimitsLofLtheL
computationalLprocedureZLComputationallMaterialslScienceXL2010XLdgXLgciYgea 3.2 23

31 rbsorptionLandLemissionL−αYαisLspectraLofLtheL₂Rz₂tLfluorophoreLmoleculeLinLsolutionkLaLquantumL
mechanicalLstudyZLPhysicallChemistrylChemicallPhysicsXL2010XLabXLa]]]Yf 3.6 64

30 vnvironmentalLeffectsLinLcomputationalLspectroscopykLaccuracyLandLinterpretationZLChemPhysChemXL
2010XLaaXLahabYcb 3.2 47

29 −nravelingLsolventLeffectsLonLtheLelectronicLabsorptionLspectraLofL₂Rz₂tLfluorophoreLinLsolutionkLaL
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28
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2010XLabXLcgdaYf
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