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j Paper IF Citations

122 romputationalKπtudiesKofKtheK–hotogenerationKfromKsihydrosanguinarineKandKtheK–robableK
rytotoxicityKMechanismKofKπanguinarineYKAppliediSciencesisSwitzerlandtWK2022WK]aWK][hd 2.6

121 txperimentalKandKtheoreticalKstudyKofKtheKcomplexationKofKuebVKandKruaVKbyKlXascorbicKacidKinK
aqueousKsolutionYKJournaliofiMoleculariLiquidsWK2022WKbddWK]]ghfb 6 0

120 txploringKtheKπtructureX–erformanceKRelationshipKofKπulfonatedK–olysulfoneK–rotonKtxchangeK
MembraneKbyKaKrombinedKromputationalKandKtxperimentalKppproachYKPolymersWK2021WK]bWK 4.5 3

119 xsKtheKcytotoxicKactivityKofKphenanthriplatinKdependentKonKtheKspecificKsizeKofKtheKphenanthridineK
ligandKˇ�KsystemnYKJournaliofiInorganiciBiochemistryWK2021WKa]hWK]]]ccf 4.2 4

118 pnticancerKpctivityWKs“pKqindingWKandK–hotodynamicK–ropertiesKofKaK“nrn“XroordinatedK–tSxxTK
romplexYKInorganiciChemistryWK2021WKe[WK][bd[X][be[ 5.1 5

117 “ovelKcholineKselectiveKelectrochemicalKmembraneKsensorKwithKapplicationKinKmilkKpowdersKandK
infantKformulasYKTalantaWK2021WKaa]WK]a]c[h 6.2 8

116 qetaineKhostXguestKcomplexationKwithKaKcalixareneKreceptoriKenhancedKanticancerKeffectYYKRSCi
AdvancesWK2021WK]]WKacefbXaceg[ 3.7 4

115
pKqoronXrontainingKrompoundKpctingKonKMultipleKσargetsKpgainstKplzheimerRsKsiseaseYKxnsightsK
fromKpbKxnitioKandKMolecularKsynamicsKπimulationsYKJournaliofiChemicaliInformationiandiModelingWK
2021WKe]WKbbhfXbc][

6.1 6

114 romputationalKpnalysisKofK–hotophysicalK–ropertiesKandKReactivityKofKaK“ewK–hototherapeuticK
ryclometalatedKpuSxxxTXwydrideKromplexYKChemistryiyiAiEuropeaniJournalWK2021WKafWK]ddagX]ddbd 4.8 1

113 ryclopentadienoneâ��“wrKironS[TKcomplexesKasKlowKvalentKelectrocatalystsKforKwaterKoxidationYK
CatalysisiScienceiandiTechnologyWK2021WK]]WK]c[fX]c]g 5.5 1

112 xodidoKequatorialKligandsKinfluenceKonKtheKmechanismKofKactionKofK–tSxVTKandK–tSxxTKantiXcancerK
complexesiKpKsuσKcomputationalKstudyYKJournaliofiComputationaliChemistryWK2021WKcaWKe[gXe]h 3.5 1

111
σotallyKgreenKcelluloseKconversionKintoKbioXoilKandKcelluloseKcitrateKusingKmoltenKcitricKacidKinKanK
openKsystemiKsynthesisWKcharacterizationKandKcomputationalKinvestigationKofKreactionKmechanismsYYK
RSCiAdvancesWK2020WK][WKbcfbgXbcfd]

3.7 11

110 LigandXcentredKredoxKactivationKofKinertKorganoiridiumKanticancerKcatalystsYKChemicaliScienceWK2020WK
]]WKdceeXdcg[ 9.4 14

109 MechanismKofKactionKofKtheKcurcuminKcisXdiammineplatinumSxxTKcomplexKasKaKphotocytotoxicKagentYK
InorganiciChemistryiFrontiersWK2020WKfWKafdhXafeh 6.8 3

108 pKmetadynamicsKperspectiveKonKtheKreductionKmechanismKofKtheK–tSxVTKasplatinKprodrugYKJournaliofi
ComputationaliChemistryWK2020WKc]WKah[Xahc 3.5 0

107 RationalizationKofKtheKπuperiorKpnticancerKpctivityKofK–henanthriplatiniKpnKxnXsepthKromputationalK
txplorationYKChemistryiyiAiEuropeaniJournalWK2020WKaeWKadhXaeg 4.8 8

106
pKcomparativeKcomputationalKmechanisticKstudyKonKderivativesKofKpyriplatinWKmodifiedKwithKtheK
â��rwa–hb–VKgroupWKasKanticancerKcomplexesKtargetingKmitochondriaYKInorganicaiChimicaiActaWK2020WK
d]aWK]]hgeb

2.7 1
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105 txperimentalKandKromputationalKxnvestigationsKofKrarboplatinKπupramolecularKromplexesYKACSi
OmegaWK2020WKdWKb]cdeXb]cee 3.9 10

104 πequesteringKpbilityKofKaKπyntheticKrhelatingKpgentKtowardsKropperSxxTKandKxronSxxxTiKpKsetailedK
σheoreticalKandKtxperimentalKpnalysisYKChemistryiyianiAsianiJournalWK2020WK]dWKbaeeXbafc 4.5 2

103 σheoreticalKexplorationKofKtheKphotophysicalKpropertiesKofKtwoXcomponentKRuXporphyrinKdyesKasK
promisingKassembliesKforKaKcombinedKantitumorKeffectYKDaltoniTransactionsWK2020WKchWK]aedbX]aee] 4.3 2

102 wostXvuestKromplexationKofK”xaliplatinKandKπulfonatocalix[n]prenesKforK–otentialKUseKinKrancerK
σherapyYKMoleculesWK2020WKadWK 4.8 9

101
pKmultiXmethodologicalKinquiryKofKtheKbehaviorKofKcisplatinXbasedK–tSxVTKderivativesKinKtheKpresenceK
ofKbioreductantsKwithKaKfocusKonKtheKisolatedKencounterKcomplexesYKJournaliofiBiologicaliInorganici
ChemistryWK2020WKadWKeddXef[

3.7 10

100 σheK”nsetKofKsehydrogenationKinKπolidKpmmoniaKqoraneiKpnKpbKxnitioKMetadynamicsKπtudyYK
AngewandteiChemieiyiInternationaliEditionWK2019WKdgWKbhfeXbhg[ 16.4 17

99 πpectrophotometricKdeterminationKofKcholineKinKpharmaceuticalKformulationsKviaKhostXguestK
complexationKwithKaKbiomimeticKcalixareneKreceptorYKMicrochemicaliJournalWK2019WK]ceWKfbdXfc] 4.8 7

98 σheoreticalKexplorationKofKtheKreductionKreactionKofKmonofunctionalKphenanthriplatinK–tSxVTK
prodrugsYKInorganicaiChimicaiActaWK2019WKchdWK]]ghd] 2.7 0

97 RationalKsesignKofKModifiedK”xobacteriochlorinsKasK–otentialK–hotodynamicKσherapyK
–hotosensitizersYKInternationaliJournaliofiMoleculariSciencesWK2019WKa[WK 6.3 5

96 pntitumorK–latiniumSxVTK–rodrugsiKpKπystematicKromputationalKtxplorationKofKσheirKReductionK
MechanismKbyKlXpscorbicKpcidYKInorganiciChemistryWK2019WKdgWKbgd]Xbge[ 5.1 13

95 πtructuresWKbindingKenergiesWKtemperatureKeffectsWKinfraredKspectroscopyKofK[MgS“wKTK]KclustersK
fromKsuσKandKM–aKinvestigationsYKJournaliofiComputationaliChemistryWK2019WKc[WK]f[fX]f]f 3.5 11

94 tlusiveKxntermediatesKinKtheKqreakdownKReactivityK–atternsKofK–rodrugK–latinumSxVTKromplexesYK
JournaliofitheiAmericaniSocietyiforiMassiSpectrometryWK2019WKb[WK]gg]X]ghc 3.5 6

93 qlindKπearchKforKromplexKrhemicalK–athwaysKUsingKwarmonicKLinearKsiscriminantKpnalysisYKJournali
ofiChemicaliTheoryiandiComputationWK2019WK]dWKcd[fXcd]d 6.4 13

92 –hotophysicalKtxplorationKofKsualXppproachK–tXq”sx–YKronjugatesiKσheoreticalKxnsightsYKInorganici
ChemistryWK2019WKdgWKhggaXhggh 5.1 10

91 pKstudyKonKtheKphysicochemicalKpropertiesKandKcytotoxicKactivityKofKpXsulfocalix[c]areneXnedaplatinK
complexYKJournaliofiPhysics:iConferenceiSeriesWK2019WK]b][WK[]a[]] 0.3 6

90 σheKroleKofKtheKhalogenKbondKinKiodothyronineKdeiodinaseiKsependenceKonKchalcogenKsubstitutionK
inKnaphthylXbasedKmimeticsYKJournaliofiComputationaliChemistryWK2019WKc[WKhccXhd] 3.5 10

89 σheK”nsetKofKsehydrogenationKinKπolidKpmmoniaKqoraneiKpnKpbKxnitioKMetadynamicsKπtudyYK
AngewandteiChemieWK2019WK]b]WKc[]eXc[a[ 3.6 7

88 vlutathioneKactivationKofKanKorganometallicKhalfXsandwichKanticancerKdrugKcandidateKbyKligandK
attackYKChemicaliCommunicationsWK2019WKddWK]ce[aX]ce[d 5.8 14

(2019-2020)
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87 σheoreticalKinsightKintoKjointKphotodynamicKactionKofKaKgoldSiTKcomplexKandKaKq”sx–YKchromophoreK
forKsingletKoxygenKgenerationYKPhysicaliChemistryiChemicaliPhysicsWK2019WKa]WKbcceXbcda 3.6 5

86 romputationalKxnvestigationKofKtheKxnfluenceKofKwalogenKptomsKonKtheK–hotophysicalK–ropertiesKofK
σetraphenylporphyrinKandKxtsKZincSxxTKromplexesYKJournaliofiPhysicaliChemistryiAWK2018WK]aaWKag[hXag]d 2.8 11

85 −uantumKmechanicalKsuσKelucidationKofKr”aKcatalyticKconversionKmechanismsiKσhreeKexamplesYK
InternationaliJournaliofiQuantumiChemistryWK2018WK]]gWKeaddfa 2.1 9

84 qW“XrodopedKgrapheneKasKcatalystKforKtheKoxygenKreductionKreactioniKxnsightsKfromKperiodicKandK
clusterKsuσKcalculationsYKJournaliofiComputationaliChemistryWK2018WKbhWKebfXecf 3.5 32

83
xnvestigationKofKtheKhostXguestKcomplexationKbetweenKcXsulfocalix[c]areneKandKnedaplatinKforK
potentialKuseKinKdrugKdeliveryYKSpectrochimicaiActaiyiPartiA:iMoleculariandiBiomoleculariSpectroscopy
WK2018WK]hbWKdagXdbe

4.4 30

82
txcitationKenergiesWKsingletXtripletKenergyKgapsWKspinXorbitKmatrixKelementsKandKheavyKatomKeffectsK
inKq”xM–YsKasKpossibleKphotosensitizersKforKphotodynamicKtherapyiKaKcomputationalKinvestigationYK
PhysicaliChemistryiChemicaliPhysicsWK2018WKa[WKaedeXaee]

3.6 15

81
xnsightsKfromKromputationsKonKtheKMechanismKofKReductionKbyKpscorbicKpcidKofK–tK–rodrugsKwithK
psplatinKandKxtsKrhloridoKandKqromidoKpnaloguesKasKModelKπystemsYKChemistryiyiAiEuropeaniJournalWK
2018WKacWKhdfaXhdg[

4.8 10

80 q”sx–YKforKphotodynamicKtherapyKapplicationsiKcomputationalKstudyKofKtheKeffectKofKbromineK
substitutionKonK”KphotosensitizationYKJournaliofiMoleculariModelingWK2018WKacWK]gb 2 8

79 pnionicKcyclometalatedK–tSiiTKandK–tSivTKcomplexesKrespectivelyKbearingKoneKorKtwoK
]WaXbenzenedithiolateKligandsYKDaltoniTransactionsWK2018WKcfWK]]ecdX]]edf 4.3 7

78 σheoreticalKdeterminationKofKtheKaquationKreactionKmechanismKofKcyclometalatedKbenzimidazoleK
RuSxxTKandKxrSxxxTKanticancerKcomplexesYKInorganicaiChimicaiActaWK2018WKcf[WKbadXbb[ 2.7 2

77 ranKq”sx–YKsimersKpctKasK–hotosensitizersKinK–hotodynamicKσherapynKpKσheoreticalK–redictionYK
FrontiersiiniPhysicsWK2018WKeWK 3.9 8

76 txperimentalKandKσheoreticalKxnvestigationKonKtheKratalyticKvenerationKofKtnvironmentallyK
–ersistentKureeKRadicalsKfromKqenzeneYKJournaliofiPhysicaliChemistryiCWK2017WK]a]WKhbg]Xhbhb 3.8 24

75 wydrolysisKinKpcidicKtnvironmentKandKsegradationKofKπatraplatiniKpKyointKtxperimentalKandK
σheoreticalKxnvestigationYKInorganiciChemistryWK2017WKdeWKe[]bXe[ae 5.1 8

74 sirectKandKclusterXassistedKdehydrogenationKofKmethaneKbyK“bKandKσaiKaKtheoreticalKinvestigationYK
PhysicaliChemistryiChemicaliPhysicsWK2017WK]hWK]e]fgX]e]gg 3.6 5

73 romplexationKofKplKandK“iKbyKlXpscorbicKpcidiKpnKtxperimentalKandKσheoreticalKxnvestigationYK
JournaliofiPhysicaliChemistryiAWK2017WK]a]WKhffbXhfg] 2.8 13

72
MetalKptomKtffectKonKtheK–hotophysicalK–ropertiesKofKMgSxxTWKZnSxxTWKrdSxxTWKandK–dSxxTK
σetraphenylporphyrinKromplexesK–roposedKasK–ossibleKsrugsKinK–hotodynamicKσherapyYKMoleculesWK
2017WKaaWK

4.8 34

71 pKsuσKinvestigationKofKaKbulkyKbiomimeticKmodelKcatalyzingKtheKdRXouterKringKdeiodinationKofK
thyroxineYKJournaliofiMoleculariModelingWK2016WKaaWKagf 2 2

70 romputationalKxnsightKonKr”aKuixationKtoK–roduceKπtyreneKrarbonateKpssistedKbyKaKπingleXrenterK
pluminumSxxxTKratalystKandK−uaternaryKpmmoniumKπaltsYKChemCatChemWK2016WKgWK]]efX]]fd 5.2 17
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69 xnvestigationKofKtheKxnertnessKtoKwydrolysisKofK–latinumSxVTK–rodrugsYKInorganiciChemistryWK2016WKddWK]dg[Xe5.1 24

68
romputationKmodelingKasKaKtoolKforKtheKexplorationKofKcomplexKmultistepKreactionKcyclesKinK
homogeneousKcatalysisYKπomeKselectedKexamplesKinKtheKframeworkKofKtheKuseKofKhydrogenKasKaKfuelK
ofKtheKfutureYKInternationaliJournaliofiQuantumiChemistryWK2016WK]]eWK]d[fX]d]a

2.1 1

67 ratalyticKroleKofKdinuclearKˇ�Wˇ�XacetylideKgoldSxTKcomplexesKinKtheKhydroaminationKofKterminalK
alkynesiKtheoreticalKinsightsYKJournaliofiChemicaliTheoryiandiComputationWK2015WK]]WKdg]Xh[ 6.4 16

66 MassKπpectrometricKandKromputationalKxnvestigationKofKtheK–rotonatedKrarnosineXrarboplatinK
romplexKuragmentationYKInorganiciChemistryWK2015WKdcWKfggdXhf 5.1 3

65
rollisionXinducedKdissociationKproductsKofKtheKprotonatedKdipeptideKcarnosineiKstructuralK
elucidationWKfragmentationKpathwaysKandKpotentialKenergyKsurfaceKanalysisYKPhysicaliChemistryi
ChemicaliPhysicsWK2015WK]fWK]aefbXga

3.6 5

64 suσKxnvestigationKofKtheKMechanismKofKpctionKofK”rganoiridiumSxxxTKromplexesKpsKpnticancerK
pgentsYKInorganiciChemistryWK2015WKdcWK][g[]X][ 5.1 23

63 σheKheavyKatomKeffectKonKZnSiiTKphthalocyanineKderivativesiKaKtheoreticalKexplorationKofKtheK
photophysicalKpropertiesYKPhysicaliChemistryiChemicaliPhysicsWK2015WK]fWKabdhdXe[] 3.6 41

62 MechanismKofKthyroxineKdeiodinationKbyKnaphthylXbasedKiodothyronineKdeiodinaseKmimicsKandKtheK
halogenKbondingKroleiKaKsuσKinvestigationYKChemistryiyiAiEuropeaniJournalWK2015WKa]WKgddcXe[ 4.8 7

61 pbKinitioKcalculationsKonKtheKS]T”aKquenchingKmechanismKbyKtransXresveratrolYKPhysicaliChemistryi
ChemicaliPhysicsWK2014WK]eWK]affbXg] 3.6 11

60 tlectronicKspectraKandKintersystemKspinXorbitKcouplingKinK]WaXKandK]WbXsquarainesYKJournaliofi
ComputationaliChemistryWK2014WKbdWKa][fX]b 3.5 30

59 ”xidationKofKtthylbenzeneKtoKpcetophenoneKwithK“XsopedKvrapheneiKxnsightKfromKσheoryYKJournali
ofiPhysicaliChemistryiCWK2014WK]]gWK]aafdX]aagc 3.8 31

58
σheKRoleKofKrhelatingK–hosphineKRhodiumKromplexesKinKsehydrocouplingKReactionsKofK
pmineXqoranesiKpKσheoreticalKxnvestigationKpttemptingKσoKRationalizeKtheK”bservedKqehaviorsYK
ACSiCatalysisWK2014WKcWK]][cX]]]b

13.1 18

57 wydrogenKreleaseKfromKdialkylamineXboranesKpromotedKbyKMgKandKraKcomplexesiKaKsuσKanalysisKofK
theKreactionKmechanismYKChemistryiyiAiEuropeaniJournalWK2014WKa[WKdhefXfe 4.8 20

56
σheoreticalKinvestigationKofKtheKabsorptionKspectraKandKsingletXtripletKenergyKgapKofKpositivelyK
chargedKtetraphenylporphyrinsKasKpotentialKphotodynamicKtherapyKphotosensitizersYKCanadiani
JournaliofiChemistryWK2013WKh]WKh[aXh[e

0.9 20

55
wydrophilicKannulatedKdinuclearKzincSxxTKphthalocyanineKasKσypeKxxKphotosensitizersKforK–sσiKaK
combinedKexperimentalKandKSσsTXsuσKinvestigationYKJournaliofiPorphyrinsiandiPhthalocyaninesWK
2013WK]fWKhg[Xhgg

1.8 8

54 twbKStKlK“WK–WKpsTKandKwaKactivationKwithK“XheterocyclicKsilyleneKandKgermyleneKhomologuesYK
ChemistryiyiAiEuropeaniJournalWK2013WK]hWKfgbdXce 4.8 25

53 pKtimeXdependentKdensityKfunctionalKstudyKofKaKnonXaromaticK[]Y]Y]Y]Y]]XpentaphyrinKandKitsK
lutetiumKcomplexYKJournaliofiPhysicaliChemistryiBWK2012WK]]eWK][g]eXab 3.4 16

52 σheKperformanceKofKdensityKfunctionalKbasedKmethodsKinKtheKdescriptionKofKselectedKbiologicalK
systemsKandKprocessesYKPhysicaliChemistryiChemicaliPhysicsWK2012WK]cWK]chcbXdb 3.6 27

(2012-2016)
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51 womogeneousKvoldKratalysisiKwydrationKofK]WaXsiphenylacetyleneKwithKMethanolKinKpqueousK
MediaYKpKσheoreticalKViewpointYKOrganometallicsWK2012WKb]WKb[fcXb[g[ 3.8 39

50 simethylplatinumSxxTKcomplexesiKcomputationalKinsightsKintoK–tXrKbondKprotonolysisYKInorganici
ChemistryWK2011WKd[WK][[h]X][] 5.1 21

49 soKrhodiumKbisSˇ�XamineXboraneTKcomplexesKplayKaKroleKasKintermediatesKinKdehydrocouplingK
reactionsKofKamineXboranesnYKChemistryiyiAiEuropeaniJournalWK2011WK]fWK]cdgeXha 4.8 14

48
MechanisticKinsightKintoKprotonolysisKandKcisXtransKisomerizationKofKbenzylplatinumSxxTKcomplexesK
assistedKbyKweakKligandXtoXmetalKinteractionsYKpKcombinedKkineticKandKsuσKstudyYKInorganici
ChemistryWK2011WKd[WKaaacXbh

5.1 14

47 voldSxTXratalyzedKwydrationKofK]WaXsiphenylacetyleneiKromputationalKxnsightsYKJournaliofiChemicali
TheoryiandiComputationWK2010WKeWKafgaXh 6.4 16

46 romputationalKstudyKofKalkynesKinsertionKintoKmetalXhydrideKbondsKcatalyzedKbyKbimetallicK
complexesYKInorganiciChemistryWK2010WKchWKhgfdXgb 5.1 17

45 MechanisticKinvestigationKofKtheKhydrogenationKofK”SaTKbyKaKtransferKhydrogenationKcatalystYK
JournaliofitheiAmericaniChemicaliSocietyWK2010WK]baWKc]fgXh[ 16.4 32

44 σheKinfluenceKofKsurfaceKoxygenKandKhydroxylKgroupsKonKtheKdehydrogenationKofKethyleneKonK–dpuK
surfaceKalloysYKpKtheoreticalKclusterKmodelKstudyYKChemicaliPhysicsiLettersWK2010WKchbWKgfXhb 2.5 5

43 pdsorptionKofKtthyleneWKVinylWKpceticKpcidWKandKpcetateKπpeciesKonK–dpuS]]]TKandK–dpuS][[TK
πurfaceKplloysiKpKrlusterKModelKπtudyYKJournaliofiChemicaliTheoryiandiComputationWK2009WKdWK]bd[Xe[ 6.4 23

42
ranKphthalocyaninesKandKtheirKsubstitutedKalphaXparaXSmethoxyTphenylKderivativesKactKasK
photosensitizersKinKphotodynamicKtherapynKpKσsXsuσKstudyYKPhysicaliChemistryiChemicaliPhysicsWK
2009WK]]WKcdgeXha

3.6 20

41 ”nKtheK–otentialKUseKofKπquaraineKserivativesKasK–hotosensitizersKinK–hotodynamicKσherapyiKpK
σssuσKandKRxrraKπurveyYKJournaliofiChemicaliTheoryiandiComputationWK2009WKdWK]gchXdf 6.4 40

40
ranKsubpyriporphyrinKandKitsKboronKcomplexKbeKproposedKasKphotosensitizersKinKphotodynamicK
therapyKnKpKfirstKprincipleKtimeKdependentKstudyYKPhotochemicaliandiPhotobiologicaliSciencesWK2009WK
gWKbgeXh[

4.2 8

39
uirstXprincipleKtimeXdependentKstudyKofKmagnesiumXcontainingKporphyrinXlikeKcompoundsK
potentiallyKusefulKforKtheirKapplicationKinKphotodynamicKtherapyYKJournaliofiPhysicaliChemistryiBWK
2008WK]]aWKc]abXb[

3.4 47

38 ”nKtheK“atureKofKtheKr–KqondKinK–hosphaalkynesYKJournaliofiChemicaliTheoryiandiComputationWK
2008WKcWKbhfXc[b 6.4 13

37 xnteractionKofKr”KwithK–dpuS]]]TKandK–dpuS][[TKqimetallicKπurfacesiKKpKσheoreticalKrlusterKModelK
πtudyYKJournaliofiPhysicaliChemistryiCWK2008WK]]aWKe[fbXe[g] 3.8 35

36 σheoreticalKxnvestigationKofKtheKMechanismKofKpcidXratalyzedK”xygenationKofKaK–dSxxTXwydrideKσoK
–roduceKaK–dSxxTXwydroperoxideYKJournaliofiChemicaliTheoryiandiComputationWK2008WKcWK]agbXha 6.4 21

35 MechanisticKaspectsKofKtheKreactionKofKσhVKandKσhaVKwithKwaterKinKtheKgasKphaseYKInorganici
ChemistryWK2008WKcfWKa[gbXg 5.1 30

34 wydrationKofKionicKspeciesKstudiedKbyKtheKreferenceKinteractionKsiteKmodelKwithKaKrepulsiveKbridgeK
correctionYKJournaliofiComputationaliChemistryWK2008WKahWKac[eX]d 3.5 38
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33 σheKrecognitionKofKaKnewKpathwayKforKtheKreactionKofKmolecularKoxygenKwithKaK–dSxxTXhydrideKtoK
produceKaK–dSxxTXhydroperoxideYKChemicaliPhysicsiLettersWK2008WKcdeWKc]Xce 2.5 15

32 betaXwydrogenKzineticKtffectYKJournaliofitheiAmericaniChemicaliSocietyWK2007WK]ahWKdfccXdd 16.4 27

31 vasXphaseKchemistryKofKactinidesKionsiKnewKinsightsKintoKtheKreactionKofKU”VKandKU”aVKwithKwaterYK
JournaliofitheiAmericaniChemicaliSocietyWK2007WK]ahWKcaahXbh 16.4 67

30 pbsorptionKπpectraKofKtheK–otentialK–hotodynamicKσherapyK–hotosensitizersKσexaphyrinsK
romplexesiKKpKσheoreticalKpnalysisYKJournaliofiChemicaliTheoryiandiComputationWK2007WKbWKge[Xh 6.4 34

29 ”nKtheKinsertionKmechanismKofKmolecularKoxygenKintoKaK–dSxxTâ��wKbondYKπomethingKtoKaddYKChemicali
PhysicsiLettersWK2007WKccbWK]gbX]gh 2.5 24

28 σheKroleKofKquantumKchemistryKinKtheKelucidationKofKtheKelementaryKmechanismsKofKcatalyticK
processesiKfromKatomsWKtoKsurfacesWKtoKenzymesYKTheoreticaliChemistryiAccountsWK2007WK]]fWKfedXffh 1.9 36

27 πtructuresKandKelectronicKabsorptionKspectraKofKaKrecentlyKsynthesisedKclassKofKphotodynamicK
therapyKagentsYKChemistryiyiAiEuropeaniJournalWK2006WK]aWKefhfXg[b 4.8 94

26 MethaneKactivationKbyKchromiumKoxideKcationsKinKtheKgasKphaseiKaKtheoreticalKstudyYKJournaliofi
ComputationaliChemistryWK2006WKafWK]fcXgf 3.5 30

25 pctivationKofKmethaneKbyKtheKironKdimerKcationYKpKtheoreticalKstudyYKJournaliofiPhysicaliChemistryiAWK
2006WK]][WK]ad[]X]] 2.8 23

24 pKtheoreticalKstudyKofKethyleneKdehydrogenationKbyKbareK“iobiumKatomKandKcationYKComputationali
andiTheoreticaliChemistryWK2006WKfeaWKadXb] 14

23
πolvationKpropertiesKofK“XsubstitutedKcisKandKtransKamidesKareKnotKidenticaliKsignificantKenthalpyK
andKentropyKchangesKareKrevealedKbyKtheKuseKofKvariableKtemperatureK]wK“MRKinKaqueousKandK
chloroformKsolutionsKandKabKinitioKcalculationsYKJournaliofiPhysicaliChemistryiAWK2005WK][hWK]]gfgXgc

2.8 16

22 pboutKtheKMullikenKelectronegativityKinKsuσYKTheoreticaliChemistryiAccountsWK2005WK]]cWKbgXcd 1.9 81

21 pcetyleneKcyclotrimerizationKbyKearlyKsecondXrowKtransitionKmetalsKinKtheKgasKphaseYKpKtheoreticalK
studyYKInorganiciChemistryWK2005WKccWKhg[fX]e 5.1 26

20 ”nKtheKapplicabilityKofKtheKwπpqKprincipleKthroughKtheKuseKofKimprovedKcomputationalKschemesKforK
chemicalKhardnessKevaluationYKJournaliofiComputationaliChemistryWK2004WKadWKhhcX][[b 3.5 53

19 πtructuresWKharmonicKvibrationalKfrequenciesKandKinterconversionKpotentialKenergyKprofileKofK
“iVSrawaTaKcomplexesYKComputationaliandiTheoreticaliChemistryWK2004WKf[hWK]efX]f[ 6
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