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j Paper IF Citations

108 Q’[’’KandK’olecularKtynamicsKαimulationKofKtheKαtructureKandKtissociationKofKsuvKinK
qcetonitrileKαolventZKChemicaliPhysicsiLettersXK2022XKgicXKacidfh 2.5 1

107
sarYíarrinelloKmolecularKdynamicsKstudyKofKsuvXKqgvXKsuívfKandKqgívfKinKacetonitrileKsolventKandK
slusterYsontinuumKcalculationKofKtheKsolvationKfreeKenergyKofKsuSyTXKqgSyTKandK‘iSyTZKJournaliofi
MoleculariLiquidsXK2022XKceiXKaaicfh

6 0

106 sopperYmediatedKaromaticKfluorinationKusingK–YheterocycleYcarbeneKligandjKvreeKenergyKprofileKofK
theKsuSyT[suSyyyTKandKsuSyyTKradicalKmechanismsZKJournaliofiOrganometalliciChemistryXK2022XKigcYigdXKabbcig2.3 0

105 αingleYionKsolvationKfreeKenergyjKqKnewKclusterYcontinuumKapproachKbasedKonKtheKclusterKexpansionK
methodZKPhysicaliChemistryiChemicaliPhysicsXK2021XKbcXKbfi]bYbfia] 3.6 3

104 satalyticKcycleKandKoffYcycleKstepsKinKtheKpalladiumYcatalyzedKfluorinationKofKarylKbromideKwithK
biarylKmonophosphineKligandsjKβheoreticalKfreeKenergyKprofileZKMoleculariCatalysisXK2021XKe]fXKaaaed] 3.3

103 tiradicalKcharacterKofKtheKbondKbreakingKinKtheKreactionKofKrrbKwithKbenzenejK−eliableKbarriersKusingK
theKs−YssSbXcTKmethodZKComputationaliandiTheoreticaliChemistryXK2021XKaaihXKaacaga 2

102 íhenolKalkylationKunderKphaseKtransferKcatalysisKconditionsjKynsightsKonKtheKmechanismKandKkineticsK
fromKcomputationsZKMoleculariCatalysisXK2021XKe]fXKaaaeff 3.3 1

101 rifunctionalKírimaryKqminoYthioureaKqsymmetricKsatalysisjKβheKymineYyminiumKyonK’echanismKinK
theK’ichaelKqdditionKofK–itromethaneKtoKunoneZKAsianiJournaliofiOrganiciChemistryXK2021XKa]XKadgbYadhe3 2

100 βheKroleKofKintermolecularKforcesKinKionicKreactionsjKtheKsolventKeffectXKionYpairingXKaggregatesKandK
structuredKenvironmentZKOrganiciandiBiomoleculariChemistryXK2021XKaiXKai]]Yaiad 3.9 5

99 βheoreticalKfreeKenergyKprofileKandKbenchmarkingKofKfunctionalsKforKaminoYthioureaK
organocatalyzedKnitroY’ichaelKadditionKreactionZKPhysicaliChemistryiChemicaliPhysicsXK2020XKbbXKaaebiYaaecf3.6 11

98
−eactivityKandKstabilityKofKionKpairsXKdimersKandKtetramersKversusKsolventKpolarityjKα–qrKfluorinationK
ofKbYbromobenzonitrileKwithKtetramethylammoniumKfluorideZKTheoreticaliChemistryiAccountsXK2020XK
aciXKa

1.9 12

97
αynthesisKandKcharacterizationKofKaXcXeYtriarylpyrazolYdYolsKandKcXeYdiarylisoxazolYdYolsKfromK
chalconesKandKtheoreticalKstudiesKofKtheKstabilityKofKpyrazolYdYolKtowardKacidKdehydrationZKJournali
ofiMoleculariStructureXK2020XKab]dXKabgecf

3.4 2

96 βheKroleKofKcarboxylicKacidKimpurityKinKtheKmechanismKofKtheKformationKofKaldiminesKinKaproticK
solventsZKComputationaliandiTheoreticaliChemistryXK2020XKaaiaXKaac]ec 2 3

95 ’icroYsolvationKandKcounterKionKeffectsKonKionicKreactionsjKqctivationKofKpotassiumKfluorideKwithK
ahYcrownYfKandKtertYbutanolKinKaproticKsolventsZKJournaliofiMoleculariLiquidsXK2020XKcaiXKaadbaa 6 5

94 –ucleophilicKvluorinationKwithK…vKsatalyzedKbyKahYsrownYfKandKrulkyKtiolsjKqKβheoreticalKandK
uxperimentalKαtudyZKJournaliofiOrganiciChemistryXK2020XKheXKaedegYaedfe 4.2 6

93 βheoreticalKdesignKofKnewKmacrocyclesKforKnucleophilicKfluorinationKwithK…vjKthioureaYcrownYetherK
isKpredictedKtoKovercomeK[bZbZb]YcryptandZKMoleculariSystemsiDesigniandiEngineeringXK2020XKeXKaeacYaebc4.6 7

92
αecondKharmonicKgenerationKinKpyrazolineKderivativesKofKdibenzylideneacetonesKandKchalconejKqK
combinedKexperimentalKandKtheoreticalKapproachZKJournaliofiPhotochemistryiandiPhotobiologyiA:i
ChemistryXK2020XKchhXKaabadg

4.7 6
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91 xybridKdiscreteYcontinuumKsolvationKmethodsZKWileyiInterdisciplinaryiReviews:iComputationali
MoleculariScienceXK2020XKa]XKeadd] 7.9 26

90 xydroperoxoKonKtheK–iobiumKOxyhydroxideKαurfaceKasKtheKqctiveKαpeciesKinKtheKsatalyzedK
OxidationKofKOrganicKαulfideKbyKxydrogenKíeroxideZKJournaliofiPhysicaliChemistryiCXK2020XKabdXKicfiYicge3.8 2

89 ’echanismsKofKtheKformationKofKiminesKinKaqueousKsolutionKandKtheKeffectKofKtheKpxjKaKtheoreticalK
analysisZKArkivocXK2020XKb]b]XKcdYeb 0.9 3

88 sounterYionKandKsolventKeffectsKinKtheKsYKandKOYalkylationKofKtheKphenoxideKionKwithKallylKchlorideZK
JournaliofiPhysicaliOrganiciChemistryXK2019XKcbXKecidg 2.1 4

87 sleavingKparaoxonKwithKhydroxylaminejKqmmoniumKoxideKisomerKfavorsKaKvrontsideKattackK
mechanismZKJournaliofiPhysicaliOrganiciChemistryXK2019XKcbXKechff 2.1 5

86 xowKdifficultKareKanionYmoleculeKα–qrKreactionsKofKunactivatedKarenesKinKtheKgasKphaseXKdimethylK
sulfoxideXKandKmethanolKsolventsoZKStructuraliChemistryXK2019XKc]XKgeYhc 1.8 9

85 ysKtheKiminiumKionKmechanismKviableKinKtheKpiperidineYcatalyzedKaXdYconjugateKadditionKreactionKofK
nitroalkanesKtoK˛–X˛†YunsaturatedKketonesoZKComputationaliandiTheoreticaliChemistryXK2019XKaafdXKaabeda 2 2

84 vreeKunergyKírofileKofKaK’odelKíalladiumKsatalyzedKvluorinationKofKqrylKrromideKwithKsesiumK
vluorideZKJournaliofiPhysicaliChemistryiAXK2019XKabcXKihe]Yihef 2.8 7

83 ’echanismKofKnucleophilicKfluorinationKpromotedKbyKbisYtertYalcoholYfunctionalizedK
crownYfYcalix[d]areneZKInternationaliJournaliofiQuantumiChemistryXK2018XKaahXKebefdh 2.1 8

82 ynfiniteKdilutionKactivityKcoefficientKfromKα’tKcalculationsjKaccuracyKandKperformanceKforKpredictingK
liquidYliquidKequilibriaZKJournaliofiMoleculariModelingXK2018XKbdXKef 2 8

81
íotassiumKfluorideKactivationKforKtheKnucleophilicKfluorinationKreactionKusingKahYcrownYfXK
[bZbZb]YcryptandXKpentaethyleneKglycolKandKcomparisonKwithKtheKnewKhydroYcrownKscaffoldjKaK
theoreticalKanalysisZKOrganiciandiBiomoleculariChemistryXK2018XKafXKcabgYcacg

3.9 13

80 βheoreticalKstudyKofKtheKmechanismKandKregioselectivityKofKtheKalkylationKreactionKofKtheKphenoxideK
ionKinKpolarKproticKandKaproticKsolventsZKComputationaliandiTheoreticaliChemistryXK2018XKaachXKaagYabb 2 10

79
vreeKenergyKprofileKandKmicrokineticKmodelingKofKbaseYcatalyzedKconjugateKadditionKreactionKofK
nitroalkanesKtoK˛–X˛†YunsaturatedKketonesKinKpolarKandKapolarKsolventsZKJournaliofiMoleculariModeling
XK2018XKbdXKaeb

2 3

78 ’echanismKofKtheKíiperidineYsatalyzedK…noevenagelKsondensationK−eactionKinK’ethanoljKβheK−oleK
ofKyminiumKandKunolateKyonsZKJournaliofiPhysicaliChemistryiBXK2017XKabaXKec]]Yec]g 3.4 50

77 ’olecularKdynamicsKandKclusterYcontinuumKinsightsKonKbulkKalcoholsKeffectsKonKαK–KbKreactionsKofK
potassiumKandKcesiumKfluoridesKwithKalkylKhalidesZKJournaliofiMoleculariLiquidsXK2017XKbcgXKaegYafc 6 13

76 slusterKexpansionKofKtheKsolvationKfreeKenergyKdifferencejKαystematicKimprovementsKinKtheK
solvationKofKsingleKionsZKJournaliofiChemicaliPhysicsXK2017XKadgXK]cda]d 3.9 7

75
vastKαcreeningKofKαolventsKforKαimultaneousKuxtractionKofKvurfuralXKeYxydroxymethylfurfuralKandK
‘evulinicKqcidKfromKqqueousKαolutionKUsingKα’tKαolvationKvreeKunergiesZKJournaliofitheiBraziliani
ChemicaliSocietyXK2017XK

1.5 3

74 βheoreticalKtesignKandKsalculationKofKaKsrownKutherKíhaseYβransferYsatalystKαcaffoldKforK
–ucleophilicKvluorinationK’ergingKβwoKsatalyticKsonceptsZKJournaliofiOrganiciChemistryXK2016XKhaXKhdeeYfc4.2 24

(2016-2020)

3



73
qKcomprehensiveKtheoreticalKinvestigationKofKtheKtransitionKstatesKandKaKproposedKkineticKmodelKforK
theKcinchoniniumKionKasymmetricKphaseYtransferKcatalyzedKalkylationKreactionZKJournaliofiMoleculari
CatalysisiAXK2016XKdagXKaibYaii

16

72 ’echanismKandKfreeKenergyKprofileKofKbaseYcatalyzedK…noevenagelKcondensationKreactionZKRSCi
AdvancesXK2016XKfXKegh]cYegha] 3.7 21

71
xowKqccurateKisKtheKα’tK’odelKforKíredictingKvreeKunergyKrarriersKforK–ucleophilicKαubstitutionK
−eactionsKinKíolarKíroticKandKtipolarKqproticKαolventsoZKJournaliofitheiBrazilianiChemicaliSocietyXK
2016XK

1.5 12

70 s’y−αKαolvationK’odelKforK’ethanoljKíarametrizationXKβestingXKandKsomparisonKwithKα’tXKα’hXK
andKsOα’OY−αZKJournaliofiPhysicaliChemistryiBXK2016XKab]XKabff]Yabffh 3.4 22

69
slusterYcontinuumKquasichemicalKtheoryKcalculationKofKtheKlithiumKionKsolvationKinKwaterXK
acetonitrileKandKdimethylKsulfoxidejKanKabsoluteKsingleYionKsolvationKfreeKenergyKscaleZKPhysicali
ChemistryiChemicaliPhysicsXK2015XKagXKbfgdeYee

3.6 37

68
qcidYcatalyzedKtransesterificationKandKesterificationKinKmethanoljKaKtheoreticalKclusterYcontinuumK
investigationKofKtheKmechanismsKandKfreeKenergyKbarriersZKTheoreticaliChemistryiAccountsXK2015XK
acdXKa

1.9 12

67 íredictionKofKíhaseKαeparationKUsingKaK’odifiedK−egularKαolutionKβheoryKandKtheKα’tKsontinuumK
αolvationK’odelZKJournaliofitheiBrazilianiChemicaliSocietyXK2015XK 1.5 3

66 βheKroleKofKammoniaKoxideKinKtheKreactionKofKhydroxylamineKwithKcarboxylicKestersZKOrganiciandi
BiomoleculariChemistryXK2015XKacXKfbagYbd 3.9 11

65
íerformanceKofKtheKα’tKandKα’hKmodelsKforKpredictingKsolvationKfreeKenergyKofKneutralKsolutesKinK
methanolXKdimethylKsulfoxideKandKacetonitrileZKJournaliofiComputerwAidediMoleculariDesignXK2015XK
biXKbagYbd

4.2 19

64 íredictionKofKtheKpxYrateKprofileKforKdimethylKsulfideKoxidationKbyKhydrogenKperoxidejKβheKroleKofK
elusiveKxcObVKyonZKInternationaliJournaliofiQuantumiChemistryXK2014XKaadXKe]aYe]g 2.1 16

63 ulectronKaffinityKandKdipoleKmomentKofKaXbXdXeYtetraoxanesKantimalarialsKandKcorrelationKwithK
activityKagainstKílasmodiumKfalciparumZKMedicinaliChemistryiResearchXK2014XKbcXKeaigYeb]c 2.2 2

62 qmphiphilicKniobiumKoxyhydroxideKasKaKhybridKcatalystKforKsulfurKremovalKfromKfuelKinKaKbiphasicK
systemZKAppliediCatalysisiB:iEnvironmentalXK2014XKadgXKdcYdh 21.8 28

61 βheoreticalKpredictionKofKp…aKinKmethanoljKtestingKα’hKandKα’tKmodelsKforKcarboxylicKacidsXK
phenolsXKandKaminesZKJournaliofiPhysicaliChemistryiBXK2014XKaahXKegc]Yi 3.4 34

60 qbsoluteKsingleYionKsolvationKfreeKenergyKscaleKinKmethanolKdeterminedKbyKtheKlithiumK
clusterYcontinuumKapproachZKJournaliofiPhysicaliChemistryiBXK2013XKaagXKeabiYce 3.4 39

59 −evisitingKtheKmechanismKofKneutralKhydrolysisKofKestersjKwaterKautoionizationKmechanismsKwithK
acidKorKbaseKinitiationKpathwaysZKJournaliofiPhysicaliChemistryiBXK2013XKaagXKfdhgYig 3.4 38

58 UnravelingKtheK’echanismKofKtheKsinchoniniumKyonKqsymmetricKíhaseYβransferYsatalyzedK
qlkylationK−eactionZKACSiCatalysisXK2013XKcXKfacYfaf 13.1 31

57
–ewKinsightsKonKreactionKpathwayKselectivityKpromotedKbyKcrownKetherKphaseYtransferKcatalysisjK
’odelKabKinitioKcalculationsKofKnucleophilicKfluorinationZKJournaliofiMoleculariCatalysisiAXK2012XK
cfcYcfdXKdhiYdid

27

56 tualKbifunctionalKcatalysisKandKtheK˛–YeffectKinKtheKreactionKofKhydroxylamineKwithKphenylacetateZK
JournaliofitheiBrazilianiChemicaliSocietyXK2011XKbbXKbafeYbag] 1.5 3
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55 αtabilityKofKhydroxylamineKisomersKinKaqueousKsolutionjKqbKinitioKstudyKusingKcontinuumXK
clusterYcontinuumKandKαhellsKβheoryKofKαolvationZKChemicaliPhysicsiLettersXK2011XKeahXKfaYfd 2.5 11

54 αhellsKtheoryKofKsolvationKandKtheKlongYrangeKrornKcorrectionZKTheoreticaliChemistryiAccountsXK2011XK
abhXKbgeYbhc 1.9 16

53 shemicalKreactionsKinsideKstructuredKnanoYenvironmentjKαS–TbKvsZKubKreactionsKforKtheKvSYTKVK
sxScTsxSbTslKsystemZKPhysicaliChemistryiChemicaliPhysicsXK2011XKacXKggiYhb 3.6 18

52
tynamicalKdiscrete[continuumKlinearKresponseKshellsKtheoryKofKsolvationjKconvergenceKtestKforK
–xdVKandKOxYKionsKinKwaterKsolutionKusingKtvβKandKtvβrKmethodsZKJournaliofiPhysicaliChemistryiBXK
2010XKaadXKaeidaYg

3.4 19

51 yntramolecularKcatalysisKofKphosphodiesterKhydrolysisKbyKtwoKimidazolesZKJournaliofitheiAmericani
ChemicaliSocietyXK2010XKacbXKheacYbc 16.4 40

50 virstKsolvationKshellKeffectsKonKionicKchemicalKreactionsjKnewKinsightsKforKsupramolecularKcatalysisZK
JournaliofiPhysicaliChemistryiBXK2009XKaacXKe]eYa] 3.4 39

49 uffectsKofKionYpairingKandKhydrationKonKtheKα–qrKreactionKofKtheKvYKwithKpYchlorobenzonitrileKinK
aproticKsolventsZKPhysicaliChemistryiChemicaliPhysicsXK2008XKa]XKaaahYbd 3.6 38

48 qbKinitioKstudyKofKtheKslVxbαKatmosphericKreactionjKisKthereKaKbreakdownKofKtheKtransitionKstateK
theoryoZKMoleculariPhysicsXK2008XKa]fXKhdaYhdh 1.7 5

47
zacobsenâ��sKsatalystKynteractionKwithKíolydimethylsiloxane[βetraethoxysilaneK–etworkKandKαolventK
’oleculesjKβheoreticalKtesignKofKaK–ewKíolymericK’embraneZKJournaliofiPhysicaliChemistryiCXK2008XK
aabXKadhc]Yadhcd

3.8 8

46 shemoselectiveKnucleophilicKfluorinationKinducedKbyKselectiveKsolvationKofKtheKα–bKtransitionKstateZK
JournaliofiPhysicaliChemistryiBXK2007XKaaaXKagebYh 3.4 36

45
qbKinitioXKdensityKfunctionalKtheoryXKandKcontinuumKsolvationKmodelKpredictionKofKtheKproductKratioK
inKtheKαS–TbKreactionKofK–ObSYTKwithKsxcsxbslKandKsxcsxbrrKinKt’αOKsolutionZKJournaliofiPhysicali
ChemistryiAXK2007XKaaaXKa]]fhYgd

2.8 20

44 qbKinitioKinvestigationKofKtheKkineticsKandKmechanismKofKtheKneutralKhydrolysisKofKformamideKinK
aqueousKsolutionZKJournaliofitheiBrazilianiChemicaliSocietyXK2007XKahXKdfiYg]b 1.5 21

43 OnKtheKmechanismKofKtheKreactionKbetweenKarylKacetatesKandKhydroxylamineZKArkivocXK2007XKb]]gXKaiiYbad0.9 7

42
−egioselectiveKorganocatalysisjKaKtheoreticalKpredictionKofKtheKselectiveKrateKaccelerationKofKtheK
α–bKreactionKbetweenKanKacetateKionKandKprimaryKalkylKchloridesKinKt’αOKsolutionZKOrganiciandi
BiomoleculariChemistryXK2006XKdXKaffgYg]

3.9 13

41 ’odelosKcontˆ›nuosKdoKsolventejKfundamentosZKQuimicaiNovaXK2006XKbiXKeceYedb 1.6 7

40 −ateKaccelerationKofKα–bKreactionsKthroughKselectiveKsolvationKofKtheKtransitionKstateZKChemicali
PhysicsiLettersXK2006XKdbcXKdeiYdfb 2.5 19

39
’odelingKproticKtoKdipolarKaproticKsolventKrateKaccelerationKandKleavingKgroupKeffectsKinKαS–TbK
reactionsjKqKtheoreticalKstudyKofKtheKreactionKofKacetateKionKwithKethylKhalidesKinKaqueousKandK
dimethylKsulfoxideKsolutionsZKJournaliofiPhysicaliChemistryiAXK2005XKa]iXKe]gYaa

2.8 28

38 qbKinitioKstudyKofKtheKαS–TbKandKubKmechanismsKinKtheKreactionKbetweenKtheKcyanideKionKandKethylK
chlorideKinKdimethylKsulfoxideKsolutionZKOrganiciLettersXK2005XKgXKahbaYc 6.2 27
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37 qbsoluteKsolvationKfreeKenergyKofK‘iVKandK–aVKionsKinKdimethylKsulfoxideKsolutionjKaKtheoreticalKabK
initioKandKclusterYcontinuumKmodelKstudyZKJournaliofiChemicaliPhysicsXK2005XKabcXK]gde]h 3.9 54

36 tesignKofKanKorganocatalystKforKionâ��moleculeKα–bKreactionsjKqKnewKsolventKeffectKonKtheKreactionK
rateKpredictedKbyKabKinitioKcalculationsZKJournaliofiMoleculariCatalysisiAXK2005XKbciXKbbhYbcd 33

35 shemisorptionKofKαObKonKgraphiteKsurfacejKqKtheoreticalKabKinitioKandKidealKlatticeKgasKmodelKstudyZK
ChemicaliPhysicsXK2005XKcadXKabgYacc 2.3 36

34 βheKroleKofKnonelectrostaticKsolvationKtoKchemicalKreactionsKinKliquidKphaseZKJournaliofitheiBraziliani
ChemicaliSocietyXK2005XKafXKbbgYbca 1.5 2

33 rasicKhydrolysisKofKformamideKinKaqueousKsolutionjKaKreliableKtheoreticalKcalculationKofKtheK
activationKfreeKenergyKusingKtheKclusterYcontinuumKmodelZKChemicaliPhysicsXK2004XKc]fXKbgcYbh] 2.3 57

32
vreeKunergyKírofileKofKtheK−eactionKbetweenKtheKxydroxideKyonKandKuthylKqcetateKinKqqueousKandK
timethylKαulfoxideKαolutionsjKKqKβheoreticalKqnalysisKofKtheKshangesKynducedKbyKtheKαolventKonKtheK
tifferentK−eactionKíathwaysZKJournaliofiPhysicaliChemistryiAXK2004XKa]hXKbeb]Ybebf

2.8 17

31
yonizationKofKOrganicKqcidsKinKtimethylKαulfoxideKαolutionjKKqKβheoreticalKqbKynitioKsalculationKofK
theKp…aKUsingKaK–ewKíarametrizationKofKtheKíolarizableKsontinuumK’odelZKJournaliofiPhysicali
ChemistryiAXK2004XKa]hXKaffYaga

2.8 113

30 −eplyKtoKcommentKonjKâ��βhermodynamicKcyclesKandKtheKcalculationKofKp…aâ��K[shemZKíhysZK‘ettZKcfgK
Sb]]cTKade]ZKChemicaliPhysicsiLettersXK2003XKchaXKbdfYbdg 2.5 20

29 βhermodynamicKcyclesKandKtheKcalculationKofKp…aZKChemicaliPhysicsiLettersXK2003XKcfgXKadeYadi 2.5 147

28 ‘igandKexchangeKionâ��moleculeKreactionsKofKsimpleKsilylKandKgermylKcationsZKInternationaliJournaliofi
MassiSpectrometryXK2003XKbbhXKeeaYefb 1.9 13

27 qKtheoreticalKanalysisKofKtheKfreeYenergyKprofileKofKtheKdifferentKpathwaysKinKtheKalkalineKhydrolysisK
ofKmethylKformateKinKaqueousKsolutionZKChemistryiwiAiEuropeaniJournalXK2002XKhXKaideYec 4.8 57

26 íarametrizationKofKtheKís’KmodelKforKcalculatingKsolvationKfreeKenergyKofKanionsKinKdimethylK
sulfoxideKsolutionsZKChemicaliPhysicsiLettersXK2002XKceeXKedcYedf 2.5 64

25 βheoreticalKαtudyKofKtheKwasYíhaseK−eactionKofKvluorideKandKshlorideKyonsKwithK’ethylKvormateZK
JournaliofiPhysicaliChemistryiAXK2002XKa]fXKcgaYcgh 2.8 17

24 βheoreticalKsalculationKofKp…aKUsingKtheKslusterâ��sontinuumK’odelZKJournaliofiPhysicaliChemistryiAXK
2002XKa]fXKgdcdYgdci 2.8 297

23 wibbsKenergyKofKsolvationKofKorganicKionsKinKaqueousKandKdimethylKsulfoxideKsolutionsZKPhysicali
ChemistryiChemicaliPhysicsXK2002XKdXKafbbYafbg 3.6 179

22 βheKslusterâ��sontinuumK’odelKforKtheKsalculationKofKtheKαolvationKvreeKunergyKofKyonicKαpeciesZK
JournaliofiPhysicaliChemistryiAXK2001XKa]eXKgbdaYgbdg 2.8 362

21 ulectronicKspectraKofKtheKnitrileKylidesjKanKabKinitioKmulticonfigurationalKsecondYorderK
quasidegenerateKperturbationKtheoryKstudyZKChemicaliPhysicsiLettersXK2000XKcahXKadbYadh 2.5 2

20 –ewKvaluesKforKtheKabsoluteKsolvationKfreeKenergyKofKunivalentKionsKinKaqueousKsolutionZKChemicali
PhysicsiLettersXK2000XKccbXKeigYf]b 2.5 109

Josefredo R Pliego

6



19
qbKinitioKstudyKofKtheKhydroxideKionâ��waterKclustersjKqnKaccurateKdeterminationKofKtheK
thermodynamicKpropertiesKforKtheKprocessesKnxbOVOxâ��YnxOâ��SxbOTnKSnmaâ��dTZKJournaliofiChemicali
PhysicsXK2000XKaabXKd]deYd]eb

3.9 57

18
OnKtheKsalculationKofKtheKqbsoluteKαolvationKvreeKunergyKofKyonicKαpeciesjKKqpplicationKofKtheK
uxtrapolationK’ethodKtoKtheKxydroxideKyonKinKqqueousKαolutionZKJournaliofiPhysicaliChemistryiBXK
2000XKa]dXKeaeeYeaf]

3.4 46

17
−evisitingKtheKreactionsKofKnucleophilesKwithKarenediazoniumKionsjKdediazoniationKofK
arenediazoniumKsaltsKinKaqueousKandKmicellarKsolutionsKcontainingKalkylKsulfatesKandK
alkanesulfonatesKandKanKabKinitioKanalysisKofKtheKreactionKpathwayZKPerkiniTransactionsiIIiRSCXK2000XKahifYai]g

35

16 βheoreticalKandKexperimentalKinvestigationKofKtheKformationKofKuYKandKZYqldiminesKfromKtheK
reactionKofKmethylamineKwithKacetaldehydeZKJournaliofitheiBrazilianiChemicaliSocietyXK1999XKa]XKcha 1.5 11

15
qKtheoreticalKabinitioKandK’onteKsarloKsimulationKstudyKofKtheKpyridineVsslbKreactionKkineticsKinK
theKgasKphaseKandKinKcarbonKtetrachlorideKsolutionKusingKcanonicalKflexibleKtransitionKstateKtheoryZK
PhysicaliChemistryiChemicaliPhysicsXK1999XKaXKa]caYa]cf

3.6 6

14 qK–ewK’echanismKforKtheK−eactionKofKsarbenesKwithKOxKwroupsZKJournaliofiPhysicaliChemistryiAXK
1999XKa]cXKci]dYci]i 2.8 37

13 αingletâ��βripletKwapXKandKtheKulectronicKandKVibrationalKαpectraKofKshlorophenylcarbenejKKqK
sombinedKβheoreticalKandKuxperimentalKαtudyZKJournaliofiPhysicaliChemistryiAXK1999XKa]cXKgdhaYgdhf 2.8 46

12 …ineticsKofKtheKxbOVsslbKreactionKinKgasKphaseKandKinKsolutionKbyKanKinsertionKmechanismZKChemicali
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