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LettersSG1999SGZWZSGXXXTXXa 2.5 15

100
lbGinitioGnl––nqGstudyGofGtheGelectronicGstructureGofGtheGtransitionTmetalGalkylideneTlikeGcomplexesG
xoTxNsYGOxNGhGcarbonSGsiliconSGgermaniumGandGtinPUGJournaliofitheiAmericaniChemicaliSocietySG1992SG
XX[SGXWWXdTXWWY[

16.4 15

99 lg–G}uantumGootT–ensitizedG–olarGnellsGbyGqirstG{rincipleseG—heGpffectGofGnappingGwigandsGandG
winkersUGJournaliofiPhysicaliChemistryiASG2017SGXYXSGbYdWTbYda 2.8 14

98 pffectGofGcappingGligandsGandG—izYGsupportingGonGtheGopticalGpropertiesGofGaGOnd–ePXZGclusterUG
JournaliofiPhysicaliChemistryiASG2015SGXXdSGXYXcTYb 2.8 14

97 lbGinitioGntGcalculationsGonGtheGmolecularGstructureGofG–nYs[GisomersUGChemicaliPhysicsSG1989SGXZcSGddTXW[2.3 14

96 ldsorptionGofG{rototypicalGlsphaltenesGonG–ilicaeGqirstT{rinciplesGoq—G–imulationsGtncludingG
oispersionGnorrectionsUGJournaliofiPhysicaliChemistryiBSG2018SGXYYSGaXcTaY[ 3.4 14

95 nhargeGstateGofGmetalGatomsGonGoxideGsupportseGaGsystematicGstudyGbasedGonGsimulatedGinfraredG
spectroscopyGandGdensityGfunctionalGtheoryUGTheoreticaliChemistryiAccountsSG2010SGXYaSGYa]TYbZ 1.9 13

94 {arallelGcomputationGofGsecondGderivativesGofG…sqGenergyGonGdistributedGmemoryGcomputersUG
JournaliofiComputationaliChemistrySG1997SGXcSGX]dTXac 3.5 13

93 –ynthesisSG–tructuralGnharacterizationSGandGxzGnalculationsGofG×anadiumGtmidoGnomplexesG
nontainingGmidentateG{hosphineGnoligandsUGInorganiciChemistrySG1999SGZcSG[[aYT[[aa 5.1 13

92 {otassiumGandGøaterGnoadsorptionGonG—izOXXWPeGzsTtnducedGlnchoringGofG{otassiumGandGtheG
renerationGofG–ingleT–iteGnatalystsUGJournaliofiPhysicaliChemistryiLettersSG2016SGbSGZcaaTZcbY 6.4 12

91 lGoensityGqunctionalG–tudyGofGtnitialG–tepsGinGtheGzxidationGofGparlyG—ransitionGxetalGyitridesSGxyG
OxGhG–cSG—iSGandG×PUGJournaliofiPhysicaliChemistryiCSG2009SGXXZSGdZWTdZc 3.8 12

90 oq—GversusGntGdeterminationGofGtheGelectronTtransferGmatrixGelementGinGsomeGcaseGexamplesUG
InternationaliJournaliofiQuantumiChemistrySG2000SGbaSG[]cT[aZ 2.1 12

89 nrYzZGOWWWXPGoxygenTterminatingGsurfaceUGlGmolecularGdynamicsGstudyUGComputationaliandi
TheoreticaliChemistrySG1999SG[aZSGXc]TXdW 12

88 UnrestrictedGcompactGmodelGpotentialsGforGabGinitioGembeddedGclusterGcalculationseGxagneticG
interactionsGinGvyiqZUGJournaliofiChemicaliPhysicsSG1995SGXWYSGc]WTc]c 3.9 12

87 lbGinitioGgroupGmodelGpotentialseGlpplicationGtoGtheGstudyGofGintermolecularGinteractionsUGJournaliofi
ChemicaliPhysicsSG1993SGddSGXY]]TXYaX 3.9 12

86 lGmethodGforGincludingGenvironmentGpolarizationGeffectsGinGabGinitioGclusterGembeddedGcalculationsUG
lpplicationGtoGtheGwaterGdeprotonationGoverGanGidealGlljxgzGsurfaceUGChemicaliPhysicsSG1995SGXdXSGXZZTXZd2.3 12

85 lxXGstudyGofGtheGprotonationGofGpteridineTrelatedGtetraazanaphthalenesUGJournaliofiOrganici
ChemistrySG1988SG]ZSGZdWWTZdWZ 4.2 12

84 pffectsGofGtheGcappingGligandsSGlinkersGandGoxideGsurfaceGonGtheGelectronGinjectionGmechanismGofG
copperGsulfideGquantumGdotTsensitizedGsolarGcellsUGPhysicaliChemistryiChemicaliPhysicsSG2017SGXdSGX[]cWTX[]cb3.6 11
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83 xolecularGdynamicsGsimulationsGofGtheGroleGofGsalinityGandGtemperatureGonGtheGhydrocarbonVwaterG
interfacialGtensionUGTheoreticaliChemistryiAccountsSG2017SGXZaSGX 1.9 11

82 …edoxGpropertiesGofGgoldTsubstitutedGzirconiaGsurfacesUGJournaliofiMaterialsiChemistrySG2009SGXdSGbXWTbXb 11

81 —heGthermostabilisingGeffectGofGwaGdopingGonG˛‡TllYzZGaGmolecularGdynamicsGsimulationGstudyUGSolidi
StateiIonicsSG1997SGd]SGbZTbd 3.3 11

80 lbGinitioGstudyGofGtheGadsorptionGofGacetoneGandGketoTenolGequilibriumGonGtheGxgzOXWWPGsurfaceUG
SurfaceiScienceSG1998SGZdbSGYZTZZ 1.8 11

79 tnfluenceGofGtemperatureGonGtheGinteractionGbetweenG{dGclustersGandGtheG—izYGOXXWPGsurfaceUG
PhysicaliReviewiLettersSG2007SGddSGWaaXWY 7.4 11

78 lbGtnitioG–nqTxoG–tudyGofGtheGnhemisorptionGofGxethaneGonGllGandGwaGzxideG–urfacesUGJournaliofi
CatalysisSG1995SGX]aSGYbZTYbc 7.3 11

77 znsetGofGperovskiteGformationGinGtheGcatalyticGsystemGwaYzZV˛‡TllYzZUGCatalysisiLettersSG1993SGYXSGcdTdb 2.8 11

76 …eactivityGofGdiazoazolesGwithGelectronTrichGdoubleGbondsUGJournaliofitheiChemicaliSocietyiPerkini
TransactionsiIISG1990SGXd[ZTXd]W 11

75 nomprehensiveGpxperimentalGandG—heoreticalG–tudyGofGtheGnzGRGyzG…eactionGnatalyzedGbyGluVyiG
yanoparticlesUGACSiCatalysisSG2019SGdSG[dXdT[dYd 13.1 10

74 noverageGandGchargeGdependentGadsorptionGofGbutanethiolGonGtheGluOXXXPGsurfaceeGlGdensityG
functionalGtheoryGstudyUGComputationaliandiTheoreticaliChemistrySG2011SGdb]SGXXaTXYX 2 10

73 lGtheoreticalGstudyGofGtheGyaj—izYGOWWXPGrutileGinteractionUGJournaliofiMoleculariCatalysisiASG1997SG
XXdSGXZ]TX[Y 10

72 qirstT{rinciplesGtnvestigationGofGtheG–tructureSGpnergeticsSGandGplectronicG{ropertiesGofG…uVsfzYG
tnterfacesUGJournaliofiPhysicaliChemistryiCSG2007SGXXXSGdYWZTdYXW 3.8 10

71 —heoreticalGlpproachGtoGtonicGnonductivityGinG{hosphoruszxynitrideGnompoundsUGJournaliofiSolidi
StateiChemistrySG2001SGXaXSGbZTbd 3.3 10

70 lGfirstGprinciplesGstudyGofG{dGdepositionGonGtheG—izYOXGXGWPGsurfaceUGTheoreticaliChemistryiAccountsSG
2000SGXW[SGZXbTZYY 1.9 10

69 xolecularTdynamicsGsimulationsGofGpremeltingGprocessesGinGnrYzZUGPhysicaliReviewiBSG1998SG]cSGaW]bTaWaY3.3 10

68 lbGinitioGcalculationsGofGmolecularGandGelectronicGstructureGofGdisilaneUGtUGxolecularGforceGfieldGandG
vibrationalGspectrumUGChemicaliPhysicsSG1991SGX[dSGZXXTZXc 2.3 10

67
pvaluationGofGsolventGeffectsGonGtheGdissociationGofGaliphaticGcarboxylicGacidsGinGaqueousG
ySyTdimethylformamideGmixturesGaccordingGtoGtheGscaledGparticleGtheoryUGJournaliofiPhysicali
OrganiciChemistrySG1991SG[SGcbTd]

2.1 10

66 {hotoTsensitizingGthinTfilmGferroelectricGoxidesGusingGmaterialsGdatabasesGandGhighTthroughputG
calculationsUGJournaliofiMaterialsiChemistryiASG2019SGbSGYbZYZTYbZZZ 13 10

(2019-2017)
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65 rrapheneG—ranslucencyGandGtnterfacialGtnteractionsGinGtheGroldVrrapheneV–inG–ystemUGJournaliofi
PhysicaliChemistryiLettersSG2018SGdSGZc]WTZc]] 6.4 10

64 pxperimentalGandGmolecularGdynamicsGsimulationGanalysisGofGwanrzZGprecipitationGinGchromiaGscalesUG
ActaiMaterialiaSG2000SG[cSGYd]XTYd]c 8.4 9

63 xzG…ationalizationGofGtheG–ynthesisGandG–tructureGofG×OyTYSaTi{rYnasZPnlOnzPYO{xeZPYGnomplexUG
OrganometallicsSG2000SGXdSGZW[TZWc 3.8 9

62 ldsorptionGofGprototypicalGaminoGacidsGonGsilicaeGtnfluenceGofGtheGpreTadsorbedGwaterGmultilayerUG
SurfaceiScienceSG2016SGa[aSGYZdTY[a 1.8 8

61 lnGiterativeGalgorithmGforGconsistentGandGunbiasedGestimationGofGlinearGregressionGparametersG
whenGthereGareGerrorsGinGbothGtheGxGandGyGvariablesUGComputersipiChemistrySG1992SGXaSGY]TYb 8

60 nriticalG…oleGofGzxygenGinG–ilverTnatalyzedGrlaserâ��sayGnouplingGonGlgOXWWPGunderG×acuumGandGinG
–olutionGonGlgG{articlesUGACSiCatalysisSG2017SGbSGZXXZTZXYW 13.1 7

59 —heGconstrainedGspaceGorbitalGvariationGanalysisGforGperiodicGabGinitioGcalculationsUGJournaliofi
ChemicaliPhysicsSG2006SGXY[SGXd[XW] 3.9 7

58 qromGperiodicGoq—GcalculationsGtoGclassicalGmolecularGdynamicsGsimulationsUGComputationali
MaterialsiScienceSG2006SGZ]SGXcZTXca 3.2 7

57 xicroporeGformationGmechanismsGinG˛‡llYzZUGSurfaceiScienceSG1995SGZYYSGXc]TXdY 1.8 7

56 lG—heoreticalG–tudyGofGαnnsYGandGαn–nsYGplectronicG–tructureGandGtheGαnnsYâ��sαnnsG{hotolyticG
…earrangementUGJournaliofitheiAmericaniChemicaliSocietySG1996SGXXcSG[YdT[Za 16.4 7

55 lnalysisGofGtheGvariablesGthatGmodifyGtheGrobustnessGofG—iT–izYGcatalystsGforGalkeneGepoxidationeG
…oleGofGsilylationSGdeactivationGandGpotentialGsolutionsUGMoleculariCatalysisSG2018SG[]dSG]]TaW 3.3 7

54 qirstTprinciplesGstudyGofGnickelGcomplexGwithGXSZTdithioleTYTthioneT[S]TdithiolateGligandsGasGmodelG
photosensitizersUGTheoreticaliChemistryiAccountsSG2017SGXZaSGX 1.9 6

53 tmprovingGtheGactivityGofGgoldGnanoparticlesGforGtheGwaterTgasGshiftGreactionGusingG—izT−zeGanG
exampleGofGcatalystGdesignUGPhysicaliChemistryiChemicaliPhysicsSG2018SGYWSGYYWbaTYYWcZ 3.6 6

52 yanosizedGnozGqilmsGonGtheG˛–TllYzZGOWWWXPG–urfaceeGlGoensityGqunctionalG–tudyUGJournaliofiPhysicali
ChemistryiCSG2013SGXXbSGYYbX[TYYbYY 3.8 6

51 naGoepositionGonG—izYOXXWPG–urfaceseGtnsightsGfromG}uantumGnalculationsUGJournaliofiPhysicali
ChemistryiCSG2009SGXXZSGZb[WTZb[] 3.8 6

50 –tructureGandGoynamicsGofGxethylTsubstitutedGmerylloceneeGγmeOn]xe]PY]UGTheoreticaliChemistryi
AccountsSG2006SGXXaSG[cWT[c] 1.9 6

49
tnteractionGpotentialsGfromGperiodicGdensityTfunctionalGtheoryGcalculationseGmolecularTdynamicsG
simulationsGofGluGclustersGdepositedGonGtheG—iyGOWWXPGsurfaceUGJournaliofiChemicaliPhysicsSG2005SG
XYZSGY[[bWa

3.9 6

48 —heoreticalGinvestigationsGofGyx…GchemicalGshieldingsGonGtheGll{zyGcatalystGsystemUGJournaliofi
NonyCrystallineiSolidsSG2000SGYaZTYa[SGXcdTXd[ 3.9 6

JavierzFernˆ¡ndezzSanz
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47 ldsorptionGpnergeticsGofGyzGandGnzGonG{tOXXXPUGJournaliofiClusteriScienceSG1999SGXWSG]cXT]dW 3 6

46 lbGinitioGcompactGgroupGmodelGpotentialsGforGdescribingGenvironmentGeffectsGinGclusterG
calculationsUGJournaliofiComputationaliChemistrySG1999SGYWSGXX[]TXX]Y 3.5 6

45 —heGvacuumGultravioletGspectrumGofGγxnYOnzPXW]UGJournaliofiOrganometalliciChemistrySG1992SG[Z[SGYZ]TY[W2.3 6

44
xolecularGstructureGandGvibrationalGanalysisGofGdistannaneGfromGabGinitioGsecondTorderGperturbationG
calculationseGaGtheoreticalGapproachGtoGtheGtinT₂GbondGO₂GhGnSG–iSGreSG–nPUGTheiJournaliofiPhysicali
ChemistrySG1989SGdZSGbZYcTbZZZ

6

43 lnalysisGofGtheGoriginGofGlateralGinteractionsGinGtheGadsorptionGofGsmallGorganicGmoleculesGonGoxideG
surfacesUGTheoreticaliChemistryiAccountsSG2013SGXZYSGX 1.9 5

42 lbGinitioGcalculationsGofGmolecularGandGelectronicGstructureGofGdisilaneUGttUG{hotoelectronGandG
vacuumGU×GelectronicGspectraUGChemicaliPhysicsSG1991SGX[dSGZZZTZZd 2.3 5

41 nhartingGtheGwatticeG—hermalGnonductivitiesGofGtâ��tttâ��×tYGnhalcopyriteG–emiconductorsUGChemistryiofi
MaterialsSG2022SGZ[SGYcZZTYc[X 9.6 5

40 UnderstandingGtheG{hotocatalyticG{ropertiesGofG{tVnezGV—izGeG–tructuralGpffectsGonGplectronicGandG
zpticalG{ropertiesUGChemPhysChemSG2019SGYWSGXaY[TXaYd 3.2 4

39 neriaOXWWPGyanotubesGwithGyegativeG–trainGpnergyeGlGqirstT{rinciplesG{redictionUGJournaliofiPhysicali
ChemistryiLettersSG2012SGZSGYWdYTYWda 6.4 4

38 nlassicalGmolecularGdynamicsGsimulationsGofGgoldGclustersGdepositedGonGrutileG—izYOXGXGWPGsurfaceUG
CatalysisiTodaySG2007SGXYcSGYZWTYZ[ 5.3 4

37 maGadsorptionGonGtheGstoichiometricGandGdefectiveG—izOYPGOXXWPGsurfaceGfromGfirstTprinciplesG
calculationsUGJournaliofiPhysicaliChemistryiBSG2006SGXXWSGXd]]YTa 3.4 4

36 maGadsorptionGonGtheG—izYGOXXWPGsurfaceUGlGdensityGfunctionalGstudyUGComputationaliandiTheoreticali
ChemistrySG2006SGbadSGYZbTY[Y 4

35
lGtheoreticalGapproachGtoGtheGmolecularGstructureGandGvibrationalGspectrumGofGtheGethenealuminumG
complexGfromGnl––nqGandGUsqGsecondTorderGperturbationGcalculationsUGTheiJournaliofiPhysicali
ChemistrySG1992SGdaSGadb[Tadbc

4

34
–tructuralGandGelectronicGpropertiesGofGleadGsulfideGquantumGdotsGfromGscreenedGhybridGdensityG
functionalGcalculationsGincludingGspinâ��orbitGcouplingGeffectsUGTheoreticaliChemistryiAccountsSG2017SG
XZaSGX

1.9 3

33 –tudyGofGtheG—i–iGinterfaceGformedGbyG—iGdepositionGonGaGcleanG–iGOXWWPGsurfaceUGSurfaceiScienceSG2012SG
aWaSGb][TbaX 1.8 3

32 oeterminingGtheGmehaviorGofG…uzxGyanoparticlesGinGxixedTxetalGzxideseG–tructuralGandGnatalyticG
{ropertiesGofG…uzYV—izYOXXWPG–urfacesUGAngewandteiChemieSG2011SGXYZSGXWZcWTXWZc[ 3.6 3

31 {roposalGforGaGmodifiedGxˆ‚llerT{lessetGperturbationGtheoryUGPhysicaliReviewiASG2006SGbZSG 2.6 3

30 –upramolecularGtnteractionsGasGoeterminingGqactorsGofGtheGreometryGofGxetallicGmuildingGmlockseG
—etracarboxylateGoimanganeseG–peciesUGAngewandteiChemieSG2005SGXXbSGZ[d]TZ[dc 3.6 3

(2005-1999)
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29 xolecularGandGplectronicG–tructureGofGαincGnarbyneSGsαnnsSGandGαincG–tannyneSGsαn–nsSGfromGabG
tnitioGnalculationsUGTheiJournaliofiPhysicaliChemistrySG1996SGXWWSGXaWWTXaW[ 3

28 xolecularGdynamicsGsimulationGofGtheGstructureGofGtheGcatalyticGsystemGwaYzZT˛‡TllYzZUG
ComputationaliandiTheoreticaliChemistrySG1993SGYcbSGXaXTXaa 3

27 ×ibrationalGspectraGofGstannaneeGsarmonicGforceGfieldSG…amanGandGt…GintensitiesGfromGabGinitioG
correlatedGwavefunctionsUGChemicaliPhysicsSG1989SGXZWSG[]XT[]a 2.3 3

26
nonnectingGexperimentalGsyntheticGvariablesGwithGtheGmicrostructureGandGelectronicGpropertiesGofG
dopedGferroelectricGperovskitesGforGsolarGcellGapplicationsGusingGhighTthroughputGframeworksUGActai
MaterialiaSG2021SGYW[SGXXa[aa

8.4 3

25
plectronicGstructureGandGadsorptionGgeometryGofG{tGandG{dGmetalGcomplexesGwithG
XSZTdithioleTYTthioneT[S]TdithiolateGligandGonG—izYOXWXPGsurfaceGfromGfirstTprinciplesGcalculationsUG
TheoreticaliChemistryiAccountsSG2019SGXZcSGX

1.9 2

24 —izYGnanotubesGsensitizedGwithGnd–eGquantumGdotsUGTheoreticaliChemistryiAccountsSG2018SGXZbSGX 1.9 2

23
yanoimagingGofGzrganicGnhargeG…etentionGpffectseGtmplicationsGforGyonvolatileGxemorySG
yeuromorphicGnomputingSGandGsighGoielectricGmreakdownGoevicesUGACSiAppliediNanoiMaterialsSG
2019SGYSG[bXXT[bXa

5.6 2

22 …oleGofGtheG–iâ��–iGbondGstabilityGinGtheGfirstGstagesGofG—iGdiffusionGonGaG–iOXGXGXPGYGˆ�GXGsurfaceUGlG
periodicGoq—GstudyUGAppliediSurfaceiScienceSG2013SGYbZSG[daT]WX 6.7 2

21 pffectGofGinterfaceGstructureGonGtheG…uGonGsfzYGworkGfunctionUGJournaliofiMaterialsiScienceSG2010SG
[]SG[dY[T[dYc 4.3 2

20 lnGabGinitioGstudyGofGtheGnsYzGadsorptionGonGtheGxgzGOXWWPGsurfaceUGpffectsGofGreplacingGtheGactiveG
xgYRGionGbyGdifferentGmetallicGcationsUGComputationaliandiTheoreticaliChemistrySG1997SGZdWSGXbbTXcX 2

19 lGparametricalGembeddingGmethodGforGcatalyticGmodelingUGJournaliofiMoleculariCatalysisiASG2003SG
XdXSGXWXTXXY 2

18 lGtheoreticalGapproachGtoGtheGmolecularGstructureGofGvinylstannaneGandGsomeGstructuralGisomersUG
JournaliofiOrganometalliciChemistrySG1995SG[caSG[]T]W 2.3 2

17 ldsorptionGandGactivationGofGnzYGonG{tVnezxV—izYOXXWPeG…oleGofGtheG{tTnezxGinterfaceUGSurfacei
ScienceSG2021SGbXWSGXYXc]Y 1.8 2

16 qirstTprinciplesGstudyGofGionicGoxygenGmobilityGofG–rTcontainingGwallzOZPGperovskiteUGJournaliofi
PhysicsiCondensediMatterSG2009SGYXSGZW]]WY 1.8 1

15
lbGinitioGcalculationGofGtheGelectronicGcouplingGelementGinGbimetallicGmodelGcompoundsGγxjwjx]RSG
xGhGmeSGxgSGαnfGwGhGzSG–SGjnsYjSGjnjnjfGelectronGcorrelationGeffectsGandGdependenceGonGtheGbridgeG
natureUGComputationaliandiTheoreticaliChemistrySG1997SGZdWSGaXTa]

1

14 ltomisticGsimulationsGofGnuGdepositionGonGtheG˛–TllYzZGOWWWXPGsurfaceUGComputationaliandi
TheoreticaliChemistrySG2004SGbWdSGbdTc] 1

13 lbGinitioGgroupGmodelGpotentialsGincludingGelectronGcorrelationGeffectsUGJournaliofiChemicaliPhysicsSG
2000SGXXZSGaWcYTaWcb 3.9 1

12 —heG–hortT…angeG–tructureGofGlluminophosphateGzxynitrideGnatalystsUGlnGabGtnitioGandG
pxperimentalG–tudyUGJournaliofiPhysicaliChemistryiBSG1999SGXWZSGXWc]WTXWc]b 3.4 1
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11 lnGabGinitioGmodelGpotentialGforGtheGyYGmoleculeUGlpplicationGtoGtheGstudyGofGtheGyYGâ�ƒGsqGcomplexUG
ComputationaliandiTheoreticaliChemistrySG1993SGYcbSGX[dTX]Y 1

10 ×acuumGultravioletGandGphotoelectronGspectraGofGdimethylTGandGtrimethylTstannaneUGJournaliofi
OrganometalliciChemistrySG1989SGZbdSG[XT[d 2.3 1

9 qirstGprinciplesGstudyGofGyaGadsorptionGonG—izYGOXXWPGsurfaceG1998SGbWSGZ]X 1

8 sighT—hroughputG–creeningGofGtheG—hermoelasticG{ropertiesGofGUltrahighT—emperatureGneramicsUG
ACSiAppliediMaterialsipamp;iInterfacesSG2021SGXZSGYdc[ZTYdc]b 9.5 0

7 zptoelectronicGpropertiesGofGlgY–VgrapheneGandGqe–YVgrapheneGnanostructuresGandGinterfaceseGlG
densityGfunctionalGstudyGincludingGdispersionGforcesUGJournaliofiMaterialsiResearchSG2022SGZbSGXW[bTXW]c 2.5 0

6 øhenGrutheniaGmetGtitaniaeGachievingGextraordinaryGcatalyticGactivityGatGlowGtemperatureGbyG
nanostructuringGofGoxidesUGPhysicaliChemistryiChemicaliPhysicsSG2015SGXbSGYacXZTc 3.6

5 –tructureGofGaGmononuclearG…heniumGcatalystGsupportedGonGxgzeGlnGabGinitioGstudyUGJournaliofi
MoleculariCatalysisiASG1997SGXXdSGXd]TYWW

4 —heoreticalGanalysisGofGtheGelectronicGspectrumGofGres[GfromGabGinitioGntGcalculationsUGJournaliofi
ComputationaliChemistrySG1990SGXXSGXWXbTXWYW 3.5

3 –imulatingGtheGopticalGpropertiesGofGnd–eGclustersGusingGtheG…—T—ooq—GapproachUGHighlightsiini
TheoreticaliChemistrySG2014SGYWZTYXX

2 lnalysisGofGtheGoriginGofGlateralGinteractionsGinGtheGadsorptionGofGsmallGorganicGmoleculesGonGoxideG
surfacesUGHighlightsiiniTheoreticaliChemistrySG2014SGXbbTXcZ

1 nomputationalGxodelingGofGnarbonGoioxideGnatalyticGnonversionG2021SGc]TXWZ
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