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114 X−Txo±YFmonolayerFasFaFpromisingFanodeFmaterialFforFOwiVyaVxgPTionFbatteriesUFAppliediSurfacei
ScienceSF2022SF]c[SFX]Y]Zb 6.7 7

113 |otassiumF±torageF|erformanceFofF∙izTaaFoerivativesFfromFqirstF|rinciplesFnalculationsUFJournaliofi
PhysicaliChemistryiCSF2022SFXYaSF[YcaT[Yd] 3.8 1

112 βalidationFofFoensityFqunctionalF−heoryFxethodsFforF|redictingFtheFzpticalF|ropertiesFofFnuTmasedF
xultinaryFnhalcogenideF±emiconductorsUFJournaliofiPhysicaliChemistryiCSF2022SFXYaSF[ac[T[adb 3.8 0

111 oevelopmentFofF±trongFβisibleTwightTlbsorbingFnyclometalatedFtridiumOtttPFnomplexesFforF obustF
andFpfficientFwightFTForivenFsydrogenF|roductionUUFChemistryiyiAiEuropeaniJournalSF2022SF 4.8 4

110
tnvestigationFofFzrderedF−ixnFandF−ixn−YFOxFhFnrFandFxofF−FhFzFandF±PFxXenesFasF
sighT|erformanceFlnodeFxaterialsFforFwithiumTtonFmatteriesUFJournaliofiPhysicaliChemistryiCSF2022SF
XYaSF]YcZT]YdX

3.8 0

109 ±elfTzptimizingFpffectFinFwithiumF±torageFofFrezFtnducedFbyFseterointerfaceF egulationUFSmallSF
2021SFeYXWaWab 11 2

108 pnergyT−ransferTxediatedF|hotocatalysisFbyFaFmioinspiredFzrganicF|erylenephotosensitizerF
sim n|UFJournaliofiOrganiciChemistrySF2021SFcaSFX]Yc[TX]Ydb 4.2 0

107 −heoreticalFtnsightsFintoF±ynergisticFpffectsFatFnuV−inFtnterfacesFforF|romotingFnzFlctivationUFACSi
OmegaSF2021SFaSFYbY]dTYbYbW 3.9 0

106 lFyewFnandidateFinF|olyanionicFnompoundsFforFaF|otassiumTtonFmatteryFnathodeeFv−iz|zUFJournali
ofiPhysicaliChemistryiLettersSF2021SFXYSFYbYXTYbYa 6.4 6

105 oefectiveFmnYyFasFanFlnodeFxaterialFwithFtmprovedF|erformanceFforFwithiumTtonFmatteriesUF
JournaliofiPhysicaliChemistryiCSF2021SFXY]SF[d[aT[d][ 3.8 4

104 ∙izTaaFxetalâ��zrganicFqrameworkFasFanFlnodeFforFaF|otassiumTtonFmatteryeF–uantumFxechanicalF
lnalysisUFJournaliofiPhysicaliChemistryiCSF2021SFXY]SFdabdTdacb 3.8 4

103 pasilyFfabricatedFsl n|VslpFphotocatalystFforFefficientFandFfastFremovalFofFtetracyclineFunderF
naturalFsunlightUFChemicaliEngineeringiJournalSF2021SF[XYSFXYcaYW 14.7 5

102 oiscoveryFandFcharacterizationFofFaFnovelFperylenephotoreductantFforFtheFactivationFofFarylFhalidesUF
JournaliofiCatalysisSF2021SFZddSFXXXTXYW 7.3 2

101 mlueTls|FmonolayerFasFaFpromisingFanodeFmaterialFforFlithiumTFandFsodiumTionFbatterieseFaFoq−F
studyUFPhysicaliChemistryiChemicaliPhysicsSF2021SFYZSF]X[ZT]X]X 3.6 7

100
pffectsFofFdopingFhighTvalenceFtransitionFmetalFOβSFybFandFZrPFionsFonFtheFstructureFandF
electrochemicalFperformanceFofFwtmFcathodeFmaterialFwiyinoxnzUFPhysicaliChemistryiChemicali
PhysicsSF2021SFYZSFXX]YcTXX]Zb

3.6 7

99 −heoreticalFinsightsFintoFtheFthermalFreductionFofFyFtoFysFoverFaFsingleFmetalFatomFincorporatedF
nitrogenTdopedFgrapheneUFJournaliofiChemicaliPhysicsSF2021SFX][SFW][bWZ 3.9 1

98 ∙nderstandingFtheF oleFofFβariousFoopantFxetalsFO±bSF±nSFraSFreSFandFβPFinFtheF±tructuralFandF
plectrochemicalF|erformancesFofFwiyiWU]noWUYxnWUZzYUFJournaliofiPhysicaliChemistryiCSF2021SFXY]SFXdaWWTXdaWc3.8 3
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97 −heoreticalFstudiesFofF±inFvanFderFWaalsFheterostructuresFasFanodesFofFwiTionFbatteriesUFAppliedi
SurfaceiScienceSF2021SF]aZSFX]WYad 6.7 11

96 lnionicFzxygenF edoxFinFtheFsighTwithiumFxaterialFwic±nzaUFChemistryiofiMaterialsSF2021SFZZSFcZ[Tc[[ 9.6 5

95 oensityFqunctionalF−heoryF±tudyFofF±ingleTltomFβSFybSFandF−aFnatalystsFonFrrapheneFandFnarbonF
yitrideFforF±electiveFyitrogenF eductionUFACSiAppliediNanoiMaterialsSF2020SFZSF]X[dT]X]d 5.6 25

94  ationalFoesignFofFsierarchicalF±n±YFxicrospheresFwithF±FβacancyFforFpnhancedF±odiumF±torageF
|erformanceUFACSiSustainableiChemistryiandiEngineeringSF2020SFcSFd]XdTd]Y] 8.3 26

93 narbonTbasedFdotsFforFtheFelectrochemicalFproductionFofFhydrogenFperoxideUFChemicali
CommunicationsSF2020SF]aSFbaWdTbaXY 5.8 7

92 withiationFlbilitiesFofF±inFmulksFandF±urfaceseFlFqirstT|rinciplesF±tudyUFJournaliofiPhysicaliChemistryiC
SF2020SFXY[SFbWZXTbWZc 3.8 11

91 −hioureaTbasedFpolyimideV rzFcompositeFcathodeeFlFcomprehensiveFstudyFofFstorageFmechanismF
withFalkaliFmetalFionsUFScienceiChinaiMaterialsSF2020SFaZSFXdYdTXdZc 7.1 10

90 xetalTorganicFframeworkTderivedFhollowFstructureFno±VnitrogenTdopedFcarbonFspheresFforF
highTperformanceFlithiumVsodiumFionFbatteriesUFChemicaliCommunicationsSF2020SF]aSFZd]XTZd][ 5.8 16

89 narboraneFbridgedFferrocenylFconjugatedFmoleculeseFsynthesisSFstructureSFelectrochemistryFandF
photophysicalFpropertiesUFNewiJournaliofiChemistrySF2020SF[[SFb]adTb]ba 3.6 2

88 nonfinedFnoreFllloyFyanoparticlesFinFyitrogenToopedFnarbonFyanotubesFforFmoostingFwithiumF
±torageUFACSiAppliediMaterialsiramp;iInterfacesSF2020SFXYSF[aY[bT[aY]Z 9.5 8

87 ±afeSFwowTnostSFqastTvineticsFandFwowT±trainFtnorganicTzpenTqrameworkFlnodeFforF|otassiumTtonF
matteriesUFAngewandteiChemieiyiInternationaliEditionSF2019SF]cSFXa[b[TXa[bd 16.4 49

86 WhatFtsFtheFmestF±izeFofF±ubnanometerFnopperFnlustersFforFnzYFnonversionFtoFxethanolFatF
nuV−izYFtnterfacesjFlFoensityFqunctionalF−heoryF±tudyUFJournaliofiPhysicaliChemistryiCSF2019SFXYZSFY[XXcTY[XZY3.8 13

85 nercosporinTbioinspiredFselectiveFphotooxidationFreactionsFunderFmildFconditionsUFGreeniChemistrySF
2019SFYXSFaWbZTaWcX 10 21

84  eversibleFconversionFreactionFofFrezYFboostsFlithiumTionFstorageFviaFqeFdopingUFJournaliofi
MaterialsiChemistryiASF2019SFbSF[]b[T[]cW 13 25

83 pffectiveFplectrochemicalFnhargeF±torageFinFtheFsighTwithiumFnompoundFwicZrzaUFACSiAppliedi
EnergyiMaterialsSF2019SFYSFXYb[TXYcb 6.1 1

82 −heoreticalFoesignFofFwayeredFllra±ZFasFaFyewFyonlinearFzpticalFxaterialFwithFaF±trongF±econdF
sarmonicFrenerationF esponseUFCrystaliGrowthiandiDesignSF2019SFXdSFXaZYTXaZd 3.5 1

81 sierarchicalFspheresFconstructedFbyFultrathinFβ±YFnanosheetsFforFsodiumTionFbatteriesUFJournaliofi
MaterialsiChemistryiASF2019SFbSFZadXTZada 13 53

80 |hthalocyanineFandFxetalF|hthalocyaninesFldsorbedFonFrrapheneeFlFoensityFqunctionalF±tudyUF
JournaliofiPhysicaliChemistryiCSF2019SFXYZSFXaaX[TXaaYW 3.8 19
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79 WhetherFnorrugatedForF|lanarFβacancyFrrapheneTlikeFnarbonFyitrideFOgTnZy[PFtsFxoreFpffectiveFforF
yitrogenF eductionF eactionjUFJournaliofiPhysicaliChemistryiCSF2019SFXYZSFXbYdaTXbZW] 3.8 27

78
|erylenequinonoidTnatalyzedF[[FRFX]FandF[[FRFY]FlnnulationsFofFlzoalkeneseF|hotocatalyticFlccessF
toFXSYSZT−hiadiazoleVXS[S]SaT−etrahydropyridazineFoerivativesUFJournaliofiOrganiciChemistrySF2019SF
c[SFbbXXTbbYX

4.2 29

77 ±ulfurToopedFlnataseF−izYFasFanFlnodeFforFsighT|erformanceF±odiumTtonFmatteriesUFACSiAppliedi
EnergyiMaterialsSF2019SFYSFZbdXTZbdb 6.1 28

76
yanocompositeFofFxoYyF–uantumF[email´ protected]ZkyitrogenToopedFnarbonFasFaF
sighT|erformanceFlnodeFforFwithiumTtonFmatteriesUFACSiSustainableiChemistryiandiEngineeringSF
2019SFbSFXWXdcTXWYWa

8.3 22

75 |erylenequinonoidTcatalyzedFphotoredoxFactivationFforFtheFdirectFarylationFofFOhetParenesFwithF
sunlightUFOrganiciandiBiomoleculariChemistrySF2019SFXbSF[Za[T[Zad 3.9 26

74 −owardFanFlccurateFoescriptionFofF−hermallyFlctivatedFoelayedFqluorescenceeFpqualFtmportanceFofF
plectronicFandFreometricFqactorsUFJournaliofiPhysicaliChemistryiCSF2019SFXYZSFXZcadTXZcba 3.8 8

73 mismuthFyanoparticleknarbonFnompositeFlnodesFforF∙ltralongFnycleFwifeFandFsighT ateF
±odiumTtonFmatteriesUFAdvancediMaterialsSF2019SFZXSFeXdW[bbX 24 118

72 nercosporinTbioinspiredFphotoreductiveFactivationFofFarylFhalidesFunderFmildFconditionsUFJournaliofi
CatalysisSF2019SFZcWSFXTc 7.3 12

71 sierarchicalFnompositeFofF oseTwikeFβ±Fk±VyToopedFnarbonFwithFpxpandedFOWWXPF|lanesFforF
±uperiorFwiTtonF±torageUFSmallSF2019SFX]SFeXdWZdW[ 11 30

70 plectronicF±tructureFandFpxcitedF±tateFoynamicsFofF−izYFyanowiresUFACSiSymposiumiSeriesSF2019SFYZT[a 0.4

69 mnYyVrrapheneFseterostructureFasFaF|romisingFlnodeFxaterialFforF echargeableFwiTtonFmatteriesF
byFoensityFqunctionalFnalculationsUFJournaliofiPhysicaliChemistryiCSF2019SFXYZSFZWcWdTZWcXc 3.8 11

68 pxploringFtheFpotentialsFofF−iyFandF−iyXFOXFhFzSFqSFzsPFmonolayersFasFanodesFforFwiForFnonTwiFionF
batteriesFfromFfirstTprinciplesFcalculationsUUFRSCiAdvancesSF2019SFdSF[WZ[WT[WZ[b 3.7 7

67
−ailoringFtheFwinearFandF±econdTzrderFyonlinearFzpticalF esponsesFofFtheF−itaniumTxtwTXY]F
xetalâ��zrganicFqrameworkFthroughFwigandFqunctionalizationeFlFqirstF|rinciplesF±tudyUFJournaliofi
PhysicaliChemistryiCSF2019SFXYZSFa]ZTaa[

3.8 7

66 nomputationalFpredictionFforFoxidationFandFreductionFpotentialsFofForganicFmoleculesFusedFinF
organicFlightTemittingFdiodesUFOrganiciElectronicsSF2019SFa[SFYXaTYYY 3.5 15

65 xn±bY±[FxonolayerFasFanFlnodeFxaterialFforFxetalTtonFmatteriesUFChemistryiofiMaterialsSF2018SFZWSFZYWcTZYX[9.6 38

64 oifferentFltomicF−erminationsFlffectFtheF|hotocatalyticFyitrogenFqixationFofFmismuthFzxybromideeF
lFqirstF|rinciplesF±tudyUFChemistryiyianiAsianiJournalSF2018SFXZSFbddTcWc 4.5 16

63 tndiumFselenideFmonolayereFaFtwoTdimensionalFmaterialFwithFstrongFsecondFharmonicFgenerationUF
CrystEngCommSF2018SFYWSFY]bZTY]cY 3.3 14

62 |anchromaticF±ensitizationFwithFZnF|orphyrinTmasedF|hotosensitizersFforFwightTorivenFsydrogenF
|roductionUFChemSusChemSF2018SFXXSFY]XbTY]Yc 8.3 20
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61 ±tarburstF−riarylamineFoonorTmasedFxetalTqreeF|hotosensitizersFforF|hotocatalyticFsydrogenF
|roductionFfromFWaterUFOrganiciLettersSF2017SFXdSFXW[cTXW]X 6.2 32

60 WhyFdoesFqTdopingFenhanceFtheFphotocatalyticFwaterTsplittingFperformanceFofFmmiβz[jFâ��FaFdensityF
functionalFtheoryFstudyUFNewiJournaliofiChemistrySF2017SF[XSFXWd[TXXWY 3.6 7

59
wocalizingFsolesFasF|olaronsFandF|redictingFmandFrapsSFoefectFwevelsSFandFoelithiationFpnergiesFofF
±olidT±tateFxaterialsFwithFaFwocalFpxchangeTnorrelationFqunctionalUFJournaliofiPhysicaliChemistryiCSF
2017SFXYXSFYZd]]TYZdaZ

3.8 12

58 ±ynthesisSFstructureSFandFphotophysicsFofFcopperOiPFtriphenylphosphineFcomplexesFwithF
functionalizedFZTOYNTpyrimidinylPTXSYS[TtriazoleFligandsUFDaltoniTransactionsSF2017SF[aSFXZWbbTXZWcb 4.3 21

57 |hotoinducedFrearrangementFofFvinylFtosylatesFtoF˛†TketosulfonesUFGreeniChemistrySF2017SFXdSFZ]ZWTZ]Z[ 10 37

56 wargeTscaleFpreparationFofFheterometallicFchalcogenideFxn±b±FmonolayerFnanosheetsFwithFaFhighF
visibleTlightFphotocatalyticFactivityFforFsFevolutionUFChemicaliCommunicationsSF2016SF]YSFXZZcXTXZZc[ 5.8 15

55
−ransitionTxetalToopedFxTwicZrzaFOxFhFxnSFqeSFnoSFyiSFnuSFnePFasFsighT±pecificTnapacityFwiTtonF
matteryFnathodeFxaterialseF±ynthesisSFplectrochemistrySFandF–uantumFxechanicalFnharacterizationUF
ChemistryiofiMaterialsSF2016SFYcSFb[aTb]]

9.6 21

54 xechanismFofFelectrochemicalFlithiationFofFaFmetalTorganicFframeworkFwithoutFredoxTactiveFnodesUF
JournaliofiChemicaliPhysicsSF2016SFX[[SFXd[bWY 3.9 34

53 nonductionFandF±urfaceFpffectsFinFnathodeFxaterialseFwicZrzaFandFoopedFwicZrzaUFJournaliofi
PhysicaliChemistryiCSF2016SFXYWSFdaZbTda[d 3.8 9

52 plectronicFpropertiesFofFredFandFblackFphosphorousFandFtheirFpotentialFapplicationFasF
photocatalystsUFRSCiAdvancesSF2016SFaSFcWcbYTcWcc[ 3.7 27

51 oynamicsFofFchargeFatFwaterTtoTsemiconductorFinterfaceeFnaseFstudyFofFwetF[WFWFX]FanataseF−izYF
nanowireUFChemicaliPhysicsSF2016SF[cXSFXc[TXdW 2.3 5

50 YTdopedFwicZrzaeFlFwiTtonFmatteryFnathodeFxaterialFwithFsighFnapacityUFJournaliofitheiAmericani
ChemicaliSocietySF2015SFXZbSFXWddYTXWWZ 16.4 33

49 rrapheneTenhancedFintermolecularFinteractionFatFinterfaceFbetweenFcopperTFandF
cobaltTphthalocyaninesUFJournaliofiChemicaliPhysicsSF2015SFX[ZSFXZ[bWa 3.9 4

48 sighTefficiencyFdeepTblueForganicFlightTemittingFdiodesFbasedFonFaFthermallyFactivatedFdelayedF
fluorescenceFemitterUFJournaliofiMaterialsiChemistryiCSF2014SFYSF[YXT[Y[ 7.1 230

47 plectronicFstructureFandFhotFcarrierFrelaxationFinFgWWXiFanataseF−izYFnanowireUFMoleculariPhysicsSF
2014SFXXYSF]ZdT][] 1.7 16

46 yonTcollinearFspinFoq−FforFlanthanideFionsFinFdopedFhexagonalFyaYq[UFMoleculariPhysicsSF2014SFXXYSF][aT]]a1.7 18

45 pxcitedF±tateFoynamicsFofF uXWFnlusterFtnterfacingFlnataseF−izYOXWXPF±urfaceFandFwiquidFWaterUF
JournaliofiPhysicaliChemistryiLettersSF2014SF]SFYcYZTd 6.4 22

44 nhargeF−ransferSFwuminescenceSFandF|hononFmottleneckFinF−izYFyanowiresFnomputedFbyF
pigenvectorsFofFwiouvilleF±uperoperatorUFJournaliofiChemicaliTheoryiandiComputationSF2014SFXWSFZddaT[WW]6.4 23
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43 plectronicFandFvibrationalFpropertiesFofFstableFisomersFofFO±izPnOOWS´–PPFOnFhFYTbPFclustersUFJournaliofi
PhysicaliChemistryiASF2014SFXXcSFccdZTdWW 2.8 8

42 pfficientFblueForganicFlightTemittingFdiodesFemployingFthermallyFactivatedFdelayedFfluorescenceUF
NatureiPhotonicsSF2014SFcSFZYaTZZY 33.9 1704

41
lnthraquinoneTbasedFintramolecularFchargeTtransferFcompoundseFcomputationalFmolecularFdesignSF
thermallyFactivatedFdelayedFfluorescenceSFandFhighlyFefficientFredFelectroluminescenceUFJournaliofi
theiAmericaniChemicaliSocietySF2014SFXZaSFXcWbWTcX

16.4 628

40 lnataseF−izYFyanowiresSF−hinFqilmsSFandF±urfaceseFlbFinitioF±tudiesFofFplectronicF|ropertiesFandF
yonTadiabaticFpxcitedF±tateFoynamicsUFMaterialsiResearchiSocietyiSymposiaiProceedingsSF2014SFXa]dSFXYdTXZ[ 3

39 nomputationalF|redictionFforF±ingletTFandF−ripletT−ransitionFpnergiesFofFnhargeT−ransferF
nompoundsUFJournaliofiChemicaliTheoryiandiComputationSF2013SFdSFZcbYTb 6.4 248

38
oq−FstudyFofFtheFmechanismFforFmethaneFhydroxylationFbyFsolubleFmethaneFmonooxygenaseF
OsxxzPeFeffectsFofFoxidationFstateSFspinFstateSFandFcoordinationFnumberUFDaltoniTransactionsSF2013SF
[YSFXWXXTYZ

4.3 36

37 zligothiopheneTbridgedFbisOaryleneFethynylenePFsmallFmoleculesFforFsolutionTprocessibleForganicF
solarFcellsFwithFhighFopenTcircuitFvoltageUFChemistryiyianiAsianiJournalSF2013SFcSFXcdYTdWW 4.5 13

36 yewFbithiazoleTfunctionalizedForganicFphotosensitizersFforFdyeTsensitizedFsolarFcellsUFDyesiandi
PigmentsSF2013SFdaSF]XaT]Y[ 4.6 29

35 oesignFofFefficientFthermallyFactivatedFdelayedFfluorescenceFmaterialsFforFpureFblueForganicFlightF
emittingFdiodesUFJournaliofitheiAmericaniChemicaliSocietySF2012SFXZ[SFX[bWaTd 16.4 1147

34 −ripletFpxcitonFnonfinementFinFrreenFzrganicFwightTpmittingFoiodesFnontainingFwuminescentF
nhargeT−ransferFnuOtPFnomplexesUFAdvancediFunctionaliMaterialsSF2012SFYYSFYZYbTYZZa 15.6 253

33 xoleculeTsubstrateFinteractionFchannelsFofFmetalTphthalocyaninesFonFgrapheneFonFyiOXXXPFsurfaceUF
JournaliofiChemicaliPhysicsSF2011SFXZ[SFWd[bW] 3.9 71

32 |ossibleF eactionF|athsFofF±mallF±iliconFnlustersFwithFzxygenFpxploredFwithFoensityFqunctionalF
−heoryUFJournaliofiPhysicaliChemistryiCSF2010SFXX[SFXZXdaTXZYWZ 3.8 3

31 Zn[stma][ddm]eFlnFtnterestingF−hreeToimensionalFnhiralFyonlinearFzpticalTlctiveFZincT−rimesateF
qrameworkUFCrystaliGrowthiandiDesignSF2010SFXWSFdZWTdZa 3.5 30

30 −uningFplectronicF±tructuresFofFZnzFyanowiresFbyF±urfaceFqunctionalizationeFlFqirstT|rinciplesF
±tudyUFJournaliofiPhysicaliChemistryiCSF2010SFXX[SFccaXTccaa 3.8 32

29 ±urfaceFpassivationTinducedFstrongFferromagnetismFofFzincFoxideFnanowiresUFChemistryiyiAiEuropeani
JournalSF2010SFXaSFXZWbYTa 4.8 7

28 ±ynthesesSFcrystalFstructuresSFenergyFbandsSFandFopticalFcharacterizationsFofFya]wnOxoz[P[FOwnFhF
rdSFprPUFJournaliofiMoleculariStructureSF2009SFdXdSFXbcTXc[ 3.4 13

27
−heoreticalFcalculationsFofFstructuresFandFpropertiesFofFoneTdimensionalFsiliconTbasedF
nanomaterialseF|articularitiesFandFpeculiaritiesFofFsiliconFandFsiliconTcontainingFnanowiresFandF
nanotubesUFCoordinationiChemistryiReviewsSF2009SFY]ZSFYdZ]TYd]c

23.2 29

26 pffectFofFcageFchargesFonFmultiphotonFabsorptionseFfirstTprinciplesFstudyFonFmetallofullerenesF
±cOYPnOYPknOacPFandF±cOZPyknOacPUFJournaliofiPhysicaliChemistryiASF2009SFXXZSF]daaTbX 2.8 5
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25 lbFtnitioF±tudyFonF−hermalFandFnhemicalF±tabilitiesFofF±iliconFxonoxideFnlustersUFJournaliofiPhysicali
ChemistryiCSF2009SFXXZSFXYbZaTXYb[X 3.8 13

24 nrystalFandFbandFstructureFofFvYll−iO|z[PZFwithFtheFlangbeiniteTtypeFstructureUFJournaliofiAlloysi
andiCompoundsSF2009SF[bbSFbd]Tbdd 5.7 14

23 vxm|YzcFOxFhF±rSFmaPeFaFnewFkindFofFnoncentrosymmetryFborophosphateFwithFtheF
threeTdimensionalFdiamondTlikeFframeworkUFInorganiciChemistrySF2009SF[cSFaaYZTd 5.1 84

22
±tZpFpqqpn−FzqFpynl±poFl−zxFzyFlm±z |−tzyFlyoFyzywtypl Fz|−tnlwF| z|p −tp±FzqF
pxmpoopoFxp−lwwzq∙wwp pyp±FxkncYFOxFhF±cSFYSFwaPUFJournaliofiTheoreticaliandiComputationali
ChemistrySF2008SFWbSFbZbTb[d

1.8 8

21 lFperiodicFdensityFfunctionalFtheoryFstudyFonFtheFeffectsFofFhalidesFencapsulatedFinF±inFnanotubesUF
JournaliofiChemicaliPhysicsSF2008SFXYdSFXb[XWc 3.9 11

20 pxplorationsFofFnewFtypesFofFsecondTorderFnonlinearFopticalFmaterialsFinFndOZnPTββT−etβTzF
±ystemsUFChemistryiyiAiEuropeaniJournalSF2008SFX[SFXdbYTcX 4.8 97

19 ±ynthesesSFcrystalFstructuresSFandFcharacterizationsFofFwixO|zZP[FOxFhFYSFoyPUFJournaliofiMoleculari
StructureSF2008SFcdYSFcTXY 3.4 11

18
qirstTprinciplesFdeterminationsFandFinvestigationsFofFtheFelectronicFabsorptionFandFthirdTorderF
polarizabilityFspectraFofFelectronFdonorTacceptorFchromophoresFtetraalkylammoniumFhalideVcarbonF
tetrabromideUFJournaliofiPhysicaliChemistryiASF2007SFXXXSFdY[dT][

2.8 2

17
qromFmoleculeFtoFbulkFmaterialeFopticalFpropertiesFofFhydrogenTbondedFdimersF
[nXYsXYy[zYlg|qa]YFandF[nYcsYcyazZlg|qa]YFdependFonFtheFarrangementFofFtheFoximeF
moietiesUFChemistryiyiAiEuropeaniJournalSF2007SFXZSF]X]XTd

4.8 16

16 ±ynthesisSFcrystalFandFbandFstructuresSFandFpropertiesFofFaFnewFsupramolecularFcomplexF
OsgYlsPYOndt[PUFJournaliofiSolidiStateiChemistrySF2007SFXcWSFcW]TcXX 3.3 14

15 qirstTprinciplesFstudyFofFtheFelasticFandFopticalFpropertiesFofFtheFpseudocubicF±iZls[SFreZls[andF
±nZls[UFJournaliofiPhysicsiCondensediMatterSF2007SFXdSF[daYX] 1.8 10

14 oensityFfunctionalFtheoreticalFdeterminationsFofFelectronicFandFopticalFpropertiesFofFnanowiresFandF
bulksFforFnd±FandFnd±eUFAppliediPhysicsiLettersSF2007SFdWSFWZXdW[ 3.4 36

13 qirstTprinciplesFstudyeFsizeTdependentFopticalFpropertiesFforFsemiconductingFsiliconFcarbideF
nanotubesUFOpticsiExpressSF2007SFX]SFXWd[bT]b 3.3 35

12
plectronicForiginFforFenhancedFnonlinearFopticalFresponseFofFcomplexesFfromFtetraalkylammoniumF
halideFandFcarbonFtetrabromideeFelectrostaticFpotentialsFofFintermolecularFdonorTacceptorFdyadsUF
ChemistryiyiAiEuropeaniJournalSF2006SFXYSFaccWTb

4.8 7

11 lFtheoreticalFinvestigationFofFhyperpolarizabilityFforFsmallFraOnPlsOmPFOnFRFmFhF[TXWPFclustersUF
JournaliofiChemicaliPhysicsSF2006SFXY[SFd[ZWY 3.9 23

10 lbFinitiocharacterizationFofFtheFelectronicFandFopticalFpropertiesFofFaFnewFt FnonlinearFopticalF
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