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o Paper IF Citations

80 wastKtalculationKofKvlectrostaticsKinKtrystalsKandK argeK·olecules[KThelJournalloflPhysicallChemistryXK
1996XKbaaXKgbahZgbba 747

79 –ondoKβcatteringKObservedKatKaKβingleK·agneticKzmpurity[KPhysicallReviewlLettersXK1998XKiaXKcijdZcijg 7.4 516

78 δheKgenerationKandKuseKofKdelocalizedKinternalKcoordinatesKinKgeometryKoptimization[KJournallofl
ChemicallPhysicsXK1996XKbafXKbjcZcbc 3.9 264

77 δhermodynamicKstabilityKandKstructureKofKcopperKoxideKsurfaceskKrKfirstZprinciplesKinvestigation[K
PhysicallReviewlBXK2007XKhfXK 3.3 247

76 uissociationKofKOcKatKrlSbbbTkKtheKroleKofKspinKselectionKrules[KPhysicallReviewlLettersXK2005XKjeXKadgbae 7.4 234

75 sindingKenergiesXKmolecularKstructuresXKandKvibrationalKfrequenciesKofKtransitionKmetalKcarbonylsK
usingKdensityKfunctionalKtheoryKwithKgradientKcorrections[KJournalloflChemicallPhysicsXK1994XKbaaXKfhifZfhjb3.9 229

74 OxygenKadsorptionKandKstabilityKofKsurfaceKoxidesKonKtuSbbbTkKrKfirstZprinciplesKinvestigation[K
PhysicallReviewlBXK2006XKhdXK 3.3 216

73 βpinKdensityKinKaKnitronylKnitroxideKfreeKradical[K−olarizedKneutronKdiffractionKinvestigationKandKabK
initioKcalculations[KJournalloflthelAmericanlChemicallSocietyXK1994XKbbgXKcabjZcach 16.4 207

72 WaterKadsorptionKonKtheKstoichiometricKandKreducedKteOcSbbbTKsurfacekKaKfirstZprinciplesK
investigation[KPhysicallChemistrylChemicallPhysicsXK2009XKbbXKjbiiZjj 3.6 198

71 xasZphaseZdependentKpropertiesKofKβnOcKSbbaTXKSbaaTXKandKSbabTKsingleZcrystalKsurfaceskKβtructureXK
compositionXKandKelectronicKproperties[KPhysicallReviewlBXK2005XKhcXK 3.3 185

70 βtabilityKandKmorphologyKofKceriumKoxideKsurfacesKinKanKoxidizingKenvironmentkKrKfirstZprinciplesK
investigation[KJournalloflChemicallPhysicsXK2009XKbdbXKbaehab 3.9 129

69 βuperhardKnitrideZbasedKnanocompositeskKroleKofKinterfacesKandKeffectKofKimpurities[KPhysicall
ReviewlLettersXK2006XKjhXKaigbac 7.4 114

68 ×ativeKdefectZinducedKmultifariousKmagnetismKinKnonstoichiometricKcuprousKoxidekKwirstZprinciplesK
studyKofKbulkKandKsurfaceKpropertiesKofKtucâ��˛·O[KPhysicallReviewlBXK2009XKhjXK 3.3 96

67
vvidenceKforKδransmissionKofKwerromagneticKznteractionsKthroughKyydrogenKsondsKinK
rlkyneZβubstitutedK×itroxideKαadicalskKK·agnetostructuralKtorrelationsKandK−olarizedK×eutronK
uiffractionKβtudies[KJournalloflthelAmericanlChemicallSocietyXK2000XKbccXKbcjiZbdaj

16.4 96

66 xeometryKandKdiameterKdependenceKofKtheKelectronicKandKphysicalKpropertiesKofKxa×KnanowiresK
fromKfirstKprinciples[KPhysicallReviewlBXK2008XKhhXK 3.3 77

65 ×onadiabaticKpotentialZenergyKsurfacesKbyKconstrainedKdensityZfunctionalKtheory[KPhysicallReviewlBXK
2007XKhfXK 3.3 75

64 −hotogenerationKofKtwoKmetastableK×OKlinkageKisomersKwithKhighKpopulationsKofKupKtoKhgPKinK
transZ[αutlSpyTeS×OT][−wg]c[b]cycO[KPhysicallChemistrylChemicallPhysicsXK2007XKjXKdhbhZce 3.6 72
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63 βtructureKandKpropertiesKofKδi×SbbbTâ��βix×yâ��δi×SbbbTKinterfacesKinKsuperhardKnanocompositeskK
wirstZprinciplesKinvestigations[KPhysicallReviewlBXK2006XKheXK 3.3 66

62
βpinKuensityK·apsKforKtheKwerrimagneticKthainKtompoundK·ntuSpbaTSycOTd´•cycOKSpbaKnK
bXcZ−ropylenebisSoxamatoTTkKK−olarizedK×eutronKuiffractionKandKδheoreticalKβtudies[KJournalloflthel
AmericanlChemicallSocietyXK1997XKbbjXKdfaaZdfag

16.4 62

61 ∕uestioningKtheKexistenceKofKaKuniqueKgroundZstateKstructureKforKβiKclusters[KPhysicallReviewlBXK
2007XKhfXK 3.3 62

60 sridgingKyydroxylKxroupsKinKwaujasitekKK−eriodicKvsKtlusterKuensityKwunctionalKtalculations[KJournall
oflPhysicallChemistrylAXK1999XKbadXKdhhcZdhhh 2.8 62

59 βurfaceKstructureKofKβnZdopedKzncOdSbbbTKthinKfilmsKbyKβδ·[KNewlJournalloflPhysicsXK2008XKbaXKbcfada 2.9 60

58  ongZlivedKlightZinducedKmetastableKstatesKinKtransZ[αuS×ydTeSycOT×OtldKxKycOKandKrelatedK
compounds[KPhysicallChemistrylChemicallPhysicsXK2005XKhXKbbgeZha 3.6 60

57
[αuSpyTetlS×OT]S−wgTc[a[fycOkKaKmodelKsystemKforKstructuralKdeterminationKandKabKinitioK
calculationsKofKphotoZinducedKlinkageK×OKisomers[KActalCrystallographicalSectionlB:lStructurall
ScienceXK2009XKgfXKgbcZcd

58

56 βurfaceKoxidesKofKtheKoxygenâ��copperKsystemkK−recursorsKtoKtheKbulkKoxideKphasep[KSurfacelScienceXK
2007XKgabXKfiajZfibd 1.8 57

55 βpinZuensityK·apsKforKanKOxamidoZsridgedK·nSzzTtuSzzTKsinuclearKtompound[K−olarizedK×eutronK
uiffractionKandKδheoreticalKβtudies[KJournalloflthelAmericanlChemicallSocietyXK1996XKbbiXKbbiccZbbida 16.4 56

54 δheKeffectKofKgridKqualityKandKweightKderivativesKinKdensityKfunctionalKcalculations[KJournallofl
ChemicallPhysicsXK1994XKbabXKiijeZijac 3.9 50

53
βpectroscopicKandKtheoreticalKstudiesKofKmetalKclusterKcomplexes[K−artKc[KX[alpha[KcalculationsKandK
spectroscopicKstudiesKofKtrirutheniumKandKtriosmiumKdodecacarbonyls[KInorganiclChemistryXK1982XK
cbXKccehZccfd

5.1 49

52 yighKorderKintegrationKschemesKonKtheKunitKsphere[KJournalloflComputationallChemistryXK1996XKbhXKbbfcZbbff3.5 46

51  ightKharvestingKwithKmultiwallKcarbonKnanotube]siliconKheterojunctions[KNanotechnologyXK2011XKccXKbbfhab3.4 43

50 αoleKofKoxygenKinKδi×SbbbTâ��βix×yâ��δi×SbbbTKinterfaceskKzmplicationsKforKsuperhardKnanocrystallineK
ncâ��δi×â��aâ��βid×eKnanocomposites[KPhysicallReviewlBXK2006XKheXK 3.3 43

49
∕uantumKchemicalKanalysisKofKelectronicKstructureKandKnZKandKpZtypeKchargeKtransportKinK
perfluoroareneZmodifiedKoligothiopheneKsemiconductors[KJournalloflPhysicallChemistrylBXK2006XK
bbaXKcedgbZha

3.4 43

48 βtabilityXKstructureXKandKelectronicKpropertiesKofKchemisorbedKoxygenKandKthinKsurfaceKoxidesKonK
zrSbbbT[KPhysicallReviewlBXK2008XKhiXK 3.3 42

47 ×itrogenKadsorptionKandKthinKsurfaceKnitridesKonKtuSbbbTKfromKfirstZprinciples[KSurfacelScienceXK2007
XKgabXKehhfZehif 1.8 38

46 ·orphologyKofKcopperKnanoparticlesKinKaKnitrogenKatmospherekKrKfirstZprinciplesKinvestigation[K
PhysicallReviewlBXK2008XKhhXK 3.3 36
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45 ·nZdopedKtuxaβcKchalcopyriteskKrnKabKinitioKstudyKofKferromagneticKsemiconductors[KPhysicall
ReviewlBXK2002XKggXK 3.3 36

44 uissociationKofKWaterKonKrnataseKδiOcK×anoparticleskKtheKαoleKofKUndercoordinatedKδiKrtomsKatK
vdges[KJournalloflPhysicallChemistrylCXK2009XKbbdXKbfigcZbfigh 3.8 33

43 δunableKconductivityKandKconductionKmechanismKinKanKultravioletKlightKactivatedKelectronicK
conductor[KJournalloflAppliedlPhysicsXK2005XKjhXKbadhbd 2.5 33

42 vlectronicKstructureKofKendohedralKfullerenesKrnqtciKSrnnδhKâ��K·dT[KComputationallandlTheoreticall
ChemistryXK2012XKjifXKegZfc 2 32

41 vlectronicKstructureKandKoxygenKvacanciesKinK−dOKandKZnOkKvalidationKofKuwδKmodels[KPhysicall
ChemistrylChemicallPhysicsXK2011XKbdXKbfjehZfe 3.6 32

40 xenerationKofKoneKlightZinducedKmetastableKnitrosylKlinkageKisomerKinK[−tS×ydTetlS×OT]tlcKinKtheK
redKspectralKrange[KPhysicallChemistrylChemicallPhysicsXK2007XKjXKfbejZfh 3.6 32

39 ·assiveKthermostattingKinKisothermalKdensityKfunctionalKmolecularKdynamicsKsimulations[KJournallofl
ChemicallPhysicsXK2003XKbbjXKceibZceih 3.9 31

38 αeactionKintermediatesKofKmethanolKsynthesisKandKtheKwaterâ��gasZshiftKreactionKonKtheKZnOSaaabTK
surface[KSurfacelScienceXK2010XKgaeXKbhecZbhfb 1.8 28

37 αeversibleKphotoswitchingKbetweenKnitritoZ×KandKnitritoZOKisomersKinKtransZ[αuSpyTSeTS×OScTTScT][K
PhysicallChemistrylChemicallPhysicsXK2010XKbcXKgbhbZi 3.6 27

36 vnvironmentZdependentKnanomorphologyKofKδi×kKtheKinfluenceKofKsurfaceKvacancies[KNanoscaleXK
2012XKeXKfbidZi 7.7 25

35 xapKopeningKinKtheKsurfaceKelectronicKstructureKofKgraphiteKinducedKbyKadsorptionKofKalkaliKatomskK
−hotoemissionKexperimentsKandKdensityKfunctionalKcalculations[KPhysicallReviewlBXK2005XKhbXK 3.3 24

34 WhyKdoesKbromineKsquareKpalladiumKoffpKrnKabKinitioKstudyKofKbrominatedKpalladiumKandKitsK
nanomorphology[KPhysicallChemistrylChemicallPhysicsXK2014XKbgXKbifhaZh 3.6 22

33 tombinedKrbKznitioKδotalKvnergyKuensityKwunctionalKtalculationsKandKβcanningKδunnelingK
·icroscopyKvxperimentsKofKtheK˛†ZβitSaabTKcSexcTKβurface[KMaterialslSciencelForumXK1998XKcgeZcgiXKdhjZdic0.4 21

32 −hotogenerationKofKnitrosylKlinkageKisomersKinKoctahedrallyKcoordinatedKplatinumKcomplexesKinKtheK
redKspectralKrange[KInorganiclChemistryXK2009XKeiXKbbdjjZeag 5.1 20

31 −hotogenerationKofKmetastableKsideZonK×cKlinkageKisomersKinK[αuS×ydTf×c]tlcXK[αuS×ydTf×c]srcK
andK[OsS×ydTf×c]tlc[KPhysicallChemistrylChemicallPhysicsXK2008XKbaXKffdbZi 3.6 20

30 ObservationKofKaKwanoKαesonanceKinK−hotoemission[KPhysicallReviewlLettersXK1999XKicXKcjhbZcjhe 7.4 19

29 vlectronicKstructureKofKpredictedKendohedralKfullerenesKrnqteaKSrnnδhâ��·dT[KComputationallandl
TheoreticallChemistryXK2013XKbabdXKhaZhh 2 18

28 rKfirstZprinciplesKstudyKofKultrathinKnanofilmsKofK·gOZsupportedKδi×[KPhysicallChemistrylChemicall
PhysicsXK2012XKbeXKcegcZh 3.6 18
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27 βpinKdensityKinKaKtriazoleZnitronylZnitroxideKradicalKpresentingKlinearKferromagneticKinteractionskK
roleKofKhydrogenKbonding[KChemicallPhysicsXK1999XKcfaXKcdZde 2.3 18

26 znteractionKbetweenKzigzagKsingleZwallKcarbonKnanotubesKandKpolymerskKaKdensityZfunctionalKstudy[K
JournalloflChemicallPhysicsXK2005XKbccXKcbehba 3.9 17

25 uwδKstudyKofKstructuralKandKvibrationalKpropertiesKofKguanidiniumKderivatives[KComputationallandl
TheoreticallChemistryXK2009XKjahXKbgZcb 14

24 tyxKadsorptionKSxKnKbâ��eTKandKthermodynamicKstabilityKonKtheKteOcSbbbTKsurfacekKaKfirstZprinciplesK
investigation[KRSClAdvancesXK2014XKeXKbccef 3.7 13

23 ∕uantumKconfinementKeffectsKinKgalliumKnitrideKnanostructureskKabKinitioKinvestigations[K
NanotechnologyXK2009XKcaXKecfeab 3.4 13

22
xuanidiniumKwormateKuecompositionKonKtheKSbabTKδiOcZrnataseKβurfacekKtombinedK·inimumK
vnergyKαeactionK−athwayKtalculationsKandKδemperatureZ−rogrammedKuecompositionK
vxperimentsâ� [KJournalloflPhysicallChemistrylCXK2011XKbbfXKbbjfZbcad

3.8 12

21
rKuwδKβtudyKofKtheKvnergeticalKandKβtructuralK andscapeKofKtheKδetrahedralKtoKβquareZ−lanarK
tonversionKofKδetrahalideKtomplexesKofKtopperSzzT´ [KZeitschriftlFurlAnorganischelUndlAllgemeinel
ChemieXK2010XKgdgXKbheaZbhfa

1.3 12

20 δheKtreutzZδaubeKcomplexKrevisitedkKuwδKstudyKofKtheKinfraredKfrequencies[KInorganiclChemistryXK
2008XKehXKbbcgjZhh 5.1 8

19 srillouinKzoneKfoldingKandKwanoKresonancesKinKcommensurateKrareKgasKmonolayersKobservedKinK
photoemission[KSurfacelScienceXK2000XKefeZefgXKeidZeii 1.8 7

18 varlyKtransitionKmetalKdopantsKinKcuprousKoxidekKδoKspinKorKnotKtoKspin[KCurrentlAppliedlPhysicsXK2013
XKbdXKbhahZbhbc 2.6 6

17
[αuSpyTetlS×OT]S−wgTc´•a[fycOkKaKmodelKsystemKforKstructuralKdeterminationKandKabKinitioK
calculationsKofKphotoZinducedKlinkageK×OKisomers[Kvrratum[KActalCrystallographicalSectionlB:l
StructurallScienceXK2009XKgfXKhihZhih

6

16 uwδKstudyKofKcrystallineKnitrosylKcompounds[KZeitschriftlFurlKristallographiel-lCrystallinelMaterialsXK
2008XKccdXKdcjZddd 1 6

15 ·olecularKadsorptionKandKmethanolKsynthesisKonKtheKoxidizedKtu]ZnOSaaabTKsurface[KSurfacel
ScienceXK2015XKgebXKjhZbae 1.8 5

14 vnhancingKyydrophilicityKofKrnataseKδiOcKβurfacesKbyKuepositionKofKrlkalineKvarthskKδheKtaseKofKta[K
JournalloflPhysicallChemistrylCXK2013XKbbhXKcgabdZcgaca 3.8 5

13 rluminiumKadsorptionKonKzrSbKbKbTKatKaKquarterKmonolayerKcoveragekKrKfirstZprinciplesKstudy[KAppliedl
SurfacelScienceXK2008XKcfeXKhgffZhgfi 6.7 3

12 uensityZfunctionalKcalculationsKofKvsterelKtwinningKinKquartz[KPhysicallReviewlBXK2007XKhgXK 3.3 3

11 trystalKstructuresKandKelectronicKpropertiesKofKhaloformZintercalatedKtga[KPhysicallReviewlBXK2002XK
ggXK 3.3 3

10 vvolutionKofKtheKvlectronicKandKxeometricKβtructureKofKβizeKβelectedK−tKandK−dKtlustersKonKrgSbbaTK
ObservedKbyK−hotoemission[KMaterialslSciencelForumXK1996XKcdcXKfbZgg 0.4 3

(1996-1999)
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9 uensityKfunctionalKcalculationsKofKpolysyntheticKsrazilKtwinningKinK˛–Zquartz[KActalCrystallographical
SectionlA:lFoundationslandlAdvancesXK2012XKgiXKdfjZgf 2

8 wastKfullZfieldKmodulationKtransferKfunctionKanalysisKforKphotographicKlensKqualityKassessment[K
AppliedlOpticsXK2021XKgaXKcbjhZccag 1.7 2

7  ongZ ivedK ightZznducedK·etastableKβtatesKinKtransZ[αuS×ydTeSycOT×O]Ktldˆ�ycOKandKαelatedK
tompounds[[KChemInformXK2005XKdgXKno 1

6 −lutoniumKcomplexesKinKwaterkKnewKapproachKtoKabKinitioKmodeling[KRadiochimicalActaXK2021XKbajXKdchZdec1.9 1

5 tomparisonKofKexperimentalKandKtheoreticalKresultsKforKtheKstructureKandKelasticKpropertiesKofK
moganite[KZeitschriftlFurlKristallographiel-lCrystallinelMaterialsXK2017XKcdcXKchjZcig 1

4 wanoKspectroscopyKofKimpuritiesKandKclustersKonKsolidKsurfaces[KJournalloflElectronlSpectroscopylandl
RelatedlPhenomenaXK2002XKbceXKbjfZcba 1.7

3 WettingKofK−aracetamolKβurfacesKβtudiedKbyKu·oldZtOβ·OKtalculationsK2011XKdhZeg

2 wirstZprinciplesKstudyKonKtheKplutoniumKionsKinteractionKwithKdiamideKmoleculesKinKacidKsolutions[K
InternationallJournalloflQuantumlChemistryXK2021XKbcbXKecggib 2.1

1 uensityKfunctionalKtheoryKcalculationsKofKmerohedricKtwinningKinK– iβOe[KZeitschriftlFurl
Kristallographiel-lCrystallinelMaterialsXK2019XKcdeXKcbbZcbh 1
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