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104 ãheoreticalHstudyHofHchlorideHcomplexesHwithHhybridHmacrocyclesWHNewmJournalmofmChemistryUH2021UH
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activityWHDaltonmTransactionsUH2021UHcZUH[]]b]V[]]db 4.3 0

98 poxV·hapedHvostshHsvaluationHofHtheHwnteractionH}atureHandHvostHqharacteristicsHofHsxpoxH
rerivativesHinHvostVuuestHqomplexesHfromHqomputationalH{ethodsH2021UHagcVb[d 1

97
·upersaturatingHdrugHdeliveryHsystemsHcontainingHfixedVdoseHcombinationHofHtwoHantihypertensiveH
drugshHtormulationUHinHvitroHevaluationHandHmolecularHmetadynamicsHsimulationsWHEuropeanmJournalm
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90 oreHrtãH{ethodsHobleHtoH–redictHReductionH–otentialsHofHRutheniumH}itrosylHqomplexesH
occuratelymWHJournalmofmPhysicalmChemistrymAUH2020UH[]bUHd[fdVd[g] 2.8

89 ·heddingHlightHonHtheHbondingHsituationHofHtriangularHandHsquareHheterometallicHclustershH
computationalHinsightWHNewmJournalmofmChemistryUH2020UHbbUHcZegVcZfe 3.6 1

88 vowHdoesHtheHacidicHmilieuHinterfereHinHtheHcapabilityHofHrutheniumHnitrosylHcomplexesHtoHreleaseH
nitricHoxidemWHNewmJournalmofmChemistryUH2020UHbbUHeeaVeeg 3.6 4

87 ·olvatochromismHofHnewHsubstitutedHbVηQsRVQbVnitrophenylRdiazenyl]phenolateHdyesWHJournalmofm
MolecularmLiquidsUH2020UHaZ[UH[[]aaZ 6 3

86 ãheHbondingHsituationHinHheteromultimetallicHcarbonylHcomplexesWHDaltonmTransactionsUH2020UHbgUH[ded]V[dee[4.3 1

85 ãheHsimultaneousHrecognitionHmechanismHofHcationsHandHanionsHusingHmacrocyclicViodineHstructureshH
insightsHfromHdispersionVcorrectedHrtãHcalculationsWHPhysicalmChemistrymChemicalmPhysicsUH2020UH]]UH]aegcV]afZa3.6 0

84 ãheHusefulnessHofHenergyHdecompositionHschemesHtoHrationalizeHhostVguestHinteractionsWHDaltonm
TransactionsUH2020UHbgUH[ebceV[ebe[ 4.3 5

83 −hatHisHtheHdrivingHforceHbehindHmolecularHtrianglesHandHtheirHguestsmHoHquantumHchemicalH
perspectiveHaboutHhostVguestHinteractionsWHPhysicalmChemistrymChemicalmPhysicsUH2020UH]]UH[g][aV[g]]] 3.6 2

82 OnHtheHrecognitionHofHchlorideUHbromideHandHnitrateHanionsHbyHanthraceneâ��squaramideHconjugatedH
compoundshHaHcomputationalHperspectiveWHNewmJournalmofmChemistryUH2020UHbbUH[efa[V[efag 3.6 3

81 yineticsHandHadsorptionHcalculationshHinsightsHintoHtheH{gOVcatalyzedHdetoxificationHofHsimulantsHofH
organophosphorusHbiocidesWHJournalmofmMaterialsmChemistrymAUH2020UHfUH[gZ[[V[gZ][ 13 3

80 oHrutheniumHnitrosylHcyclamHcomplexHwithHappendedHanthracenylHfluorophoreWHPolyhedronUH2019UH
[eaUH[[b[[e 2.7

79 {echanismHofH–alladiumQwwRV{ediatedHçncagingHReactionsHofH–ropargylicH·ubstratesWHACSmCatalysisUH
2019UHgUHaeg]Vaegg 13.1 8

78
·ynthesisUHcharacterizationHandHbiologicalHevaluationHofHnewHmanganeseHmetalHcarbonylHcompoundsH
thatHcontainHsulfurHandHseleniumHligandsHasHaHpromisingHnewHclassHofHqOR{sWHDaltonmTransactionsUH
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4.3 11

77 ãrackingHtheHabsenceHofHanionâ��ˇ�HinteractionsHinHmodifiedHη]a]Q[UaUcRcyclophaneshHinsightsHfromH
computationWHNewmJournalmofmChemistryUH2019UHbaUH[a]e[V[a]f[ 3.6 1

76 çnderstandingHtheHinterplayHbetweenHˇ�Vˇ�HandHcationVˇ�HinteractionsHinHηjanuseneVog]HhostVguestH
systemshHaHcomputationalHapproachWHDaltonmTransactionsUH2019UHbfUH[a]f[V[a]g] 4.3 3

75
s·wV—ãofV{·HcharacterizationHofHhirsutinolideHandHglaucolideHsesquiterpeneHlactoneshH
tragmentationHmechanismsHandHdifferentiationHbasedHonH}aHXvHadductsHinteractionsHinHcomplexH
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72 oHtheoreticalHinvestigationHonHtheHaminolysisHofHpyromelliticHandH[UbUcUfVnaphthalenetetracarboxylicH
dianhydridesWHComputationalmandmTheoreticalmChemistryUH2019UH[[beUH[aV[g 2 1

71 odvancesHinHbondingHandHpropertiesHofHinorganicHsystemsHfromHrelativisticHcalculationsHinHzatinH
omericaWHInternationalmJournalmofmQuantummChemistryUH2019UH[[gUHe]ceee 2.1 3

70 OnHtheHcationâ��ˇ�HcapabilitiesHofHsmallHallHsp]VcarbonHhostHstructuresWHsvaluationHofHηdWf]acyclaceneH
fromHrelativisticHrtãHcalculationsWHInternationalmJournalmofmQuantummChemistryUH2019UH[[gUHe]cf[[ 2.1 5

69 svaluationHofHzignansHfromH–iperHcubebaHagainstH·chistosomaHmansoniHodultH−ormshHoHqombinedH
sxperimentalHandHãheoreticalH·tudyWHChemistrymandmBiodiversityUH2019UH[dUHe[fZZaZc 2.5 4

68 —uestHforHwnsightHintoHçltrashortHqVv´•´•´•ˇ�H–roximitiesHinH{olecularHKwronH{aidensKWHJournalmofmOrganicm
ChemistryUH2018UHfaUHc[[bVc[]] 4.2 7

67 ReverseH·olvatochromismHofHwmineHryesHqomprisedHofHcV}itrofuranV]VylHorHcV}itrothiophenV]VylHasH
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66 ãheHabilityHofHsx]poxbTHtoHinteractHwithHguestsHcontainingHˇ�VelectronVrichHandHˇ�VelectronVpoorH
moietiesWHInternationalmJournalmofmQuantummChemistryUH2018UH[[fUHe]cdZe 2.1 9

65 pondHonalysisHinHrihalogenâ��valideHandHrihalogenâ��rimethylchalcogenideH·ystemsWHEuropeanm
JournalmofmInorganicmChemistryUH2018UH]Z[fUH[ZZeV[Z[c 2.3 6

64 ãuningHveterocalixarenesHtoHwmproveHãheirHonionHRecognitionhHoHqomputationalHopproachWHJournalm
ofmPhysicalmChemistrymAUH2018UH[]]UHaa]fVaaad 2.8 19

63 –olylacticHacidUHmaleicHanhydrideHandHdicumylHperoxidehH}{RHstudyHofHtheHfreeVradicalHmeltHreactionH
productWHPolymermDegradationmandmStabilityUH2018UH[ccUH[Vf 4.7 5

62 velicenesHasH{olecularHãweezersHinHtheHtormationHofHqationVˇ�HqomplexesWHpondingHandHqircularH
richroismH–ropertiesHfromHRelativisticHrtãHqalculationsWHChemPhysChemUH2018UH[gUH]a][V]aaZ 3.2 5

61 qucurbiturilV{ediatedHqatalyticHvydrolysishHoHyineticHandHqomputationalH·tudyHwithH}eutralHandH
qationicHrioxolanesHinHqpeWHACSmCatalysisUH2018UHfUH[]ZdeV[]Zeg 13.1 25

60 wnHvitroHcytotoxicityHandHstructureVactivityHrelationshipHapproachesHofHentVkaurenoicHacidHderivativesH
againstHhumanHbreastHcarcinomaHcellHlineWHPhytochemistryUH2018UH[cdUH][bV]]a 4 13

59 vowHroH·econdaryH–hosphineHOxidesHwnteractHwithH·ilverH}anoclustersmHwnsightsHfromHqomputationWH
JournalmofmPhysicalmChemistrymCUH2018UH[]]UH][bbgV][bd[ 3.8 5

58 onionHRecognitionHbyHOrganometallicHqalixareneshHonalysisHfromHRelativisticHrtãHqalculationsWH
OrganometallicsUH2018UHaeUH][deV][ed 3.8 20

57 pindingHaffinityHstudiesHofH[U]UaVtriazoleHcopperQwwRHcomplexesHtoHhumanHserumHalbuminWHJournalmofm
CoordinationmChemistryUH2018UHe[UH[fgbV[gZg 1.6 5

56 ·olvationHsnhancesHtheHristinctionHbetweenHqarboxylatedHormchairHandHβigzagH·ingleV−allHqarbonH
}anotubesHQ·−}ãVqOOvRWHJournalmofmPhysicalmChemistrymCUH2017UH[][UHgc[dVgc]e 3.8 1

55
wnHvivoHandHinHsilicoHantiVinflammatoryHmechanismHofHactionHofHtheHsemisyntheticHQVRVcubebinH
derivativesHQVRVhinokininHandHQVRVOVbenzylcubebinWHBioorganicmandmMedicinalmChemistrymLettersUH2017UH
]eUH[edV[eg
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54 {etalVligandHbondingHsituationHinHruthenophanesHcontainingHiUjVxylyleneVlinkedHbisQ}vqRcyclophaneH
ligandsWHJournalmofmOrganometallicmChemistryUH2017UHfaZUH[ZZV[Zf 2.3 2

53 {etalâ��zigandHpondingH·ituationHinHRuthenophanesHqontainingH{ultibridgedHqyclophanesWH
OrganometallicsUH2017UHadUHabdcVabeZ 3.8 8

52
RemovalHofHtheHemergingHcontaminantHbisphenolHoHbyHanHureasilV–sOHhybridHmembranehH
experimentalHstudyHandHmolecularHdynamicHsimulationWHEnvironmentalmSciencemandmPollutionm
ResearchUH2017UH]bUH[fb][V[fbaa

5.1 4

51 vowHtheHelectronVdeficientHcavityHofHheterocalixarenesHrecognizesHanionshHinsightsHfromH
computationWHPhysicalmChemistrymChemicalmPhysicsUH2017UH[gUH]bdgdV]beZc 3.6 25

50 slectronicHpropertiesHandHmetalVligandHbondingHsituationHinHsuQwwwRHcomplexesHcontainingH
trisQpyrazolylRborateHandHphenantrolineHligandsWHJournalmofmLuminescenceUH2017UH[f]UH[aeV[bc 3.8 7

49 ãheHversatileHrutheniumQwwXwwwRHtetraazamacrocycleHcomplexesHandHtheirHnitrosylHderivativesWH
CoordinationmChemistrymReviewsUH2016UHaZdUHdc]Vdee 23.2 30

48 pondingHonalysisHinHvomoVHandHveteroVãrihalideH·pecieshHoHqhargeHrisplacementH·tudyWHEuropeanm
JournalmofmInorganicmChemistryUH2016UH]Z[dUHafZbVaf[] 2.3 8

47 qopaiferaHduckeiHOleoresinHandHwtsH{ainH}onvolatileHãerpeneshHwnHêitroH·chistosomicidalH–ropertiesWH
ChemistrymandmBiodiversityUH2016UH[aUH[abfV[acd 2.5 16

46 svaluationHofHslectronHronationHasHaH{echanismHforHtheH·tabilisationHofHqhalcogenateV–rotectedH
uoldH}anoclustersWHChemPhysChemUH2016UH[eUHa[Z]Va[[[ 3.2 4

45 ·heddingHzightHonHtheH}atureHofHvostâ��uuestHwnteractionsHinH–ovsVsxpoxbTHqomplexesWHJournalmofm
PhysicalmChemistrymCUH2016UH[]ZUH[cbfZV[cbfe 3.8 12

44 ãransportHpropertiesHofHruthenophanesHâ��HoHtheoreticalHinsightWHChemicalmPhysicsUH2016UHbefUH]aVaa 2.3 4

43 vydrazineHdecompositionHonHaHsmallHplatinumHclusterhHtheHroleHofH}]vcHintermediateWHTheoreticalm
ChemistrymAccountsUH2016UH[acUH[ 1.9 6

42 oHrutheniumHpolypyridylHcomplexHwithHtheHantihypertensiveHdrugHvalsartanhH·ynthesisUHtheoreticalH
calculationsHandHinteractionHstudiesHwithHhumanHserumHalbuminWHPolyhedronUH2016UH[[bUH]a]V]b[ 2.7 13

41
–olarHOrderHandH·ymmetryHpreakingHatHtheHpoundaryHbetweenHpentVqoreHandHRodlikeH{olecularH
tormshH−henHbVqyanoresorcinolH{eetsHtheHqarbosilaneHsndHuroupWHChemistrym-mAmEuropeanmJournalUH
2016UH]]UHf[f[Vge

4.8 15

40 ·ynthesisHandH·olvatochromismHofH·ubstitutedHbVQ}itrostyrylRphenolateHryesWHJournalmofmOrganicm
ChemistryUH2015UHfZUHege[Vfa 4.2 29

39 RoleHofHtheHcationHformalHchargeHinHcationâ��ˇ�HinteractionWHoHsurveyHinvolvingHtheH
η]W]W]]paracyclophaneHhostHfromHrelativisticHrtãHcalculationsWHNewmJournalmofmChemistryUH2015UHagUHggdaVggdf3.6 22

38 ãheHinfluenceHofHzHligandsHonHtheH{Ru}O}dXeHbondingHsituationHinHcisVηRuQ}ORQ}O]Rz[â��b]qH
complexeshHaHtheoreticalHinsightWHRSCmAdvancesUH2015UHcUHdgZceVdgZdd 3.7 5

37 RutheniumHnitrosylHcomplexesHcontainingHpyridineVfunctionalizedHcarbenesHâ��HoHtheoreticalHinsightWH
JournalmofmOrganometallicmChemistryUH2015UHeggVfZZUHcbVdZ 2.3 5
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36 –rotonVinducedHgenerationHofHremoteH}VheterocyclicHcarbeneVRuHcomplexesWHChemistrym-mAmEuropeanm
JournalUH2015UH][UH[ZdV[Z 4.8 8

35
η]W]W]]–aracyclophaneUHpreferenceHforH˛•dHorH˛•[fHcoordinationHmodeHincludingHogQwRHandH·nQwwRhHaH
surveyHintoHtheHcationâ��ˇ�HinteractionHnatureHthroughHrelativisticHrtãHcalculationsWHRSCmAdvancesUH
2015UHcUHefZaVef[[

3.7 21

34 qyclicHtrinuclearHcopperQwRUHsilverQwRUHandHgoldQwRHcomplexeshHaHtheoreticalHinsightWHDaltonmTransactionsUH
2015UHbbUHaeeVfc 4.3 26

33 }oHneedHforHaHreVexaminationHofHtheHelectrostaticHnotationHofHtheHhydrogenHbondinghHaHcommentWH
AngewandtemChemiem-mInternationalmEditionUH2015UHcbUH]cgdVg 16.4 69

32
·trontiumHmonoVchlorideHâ��HoHnewHmoleculeHforHtheHdeterminationHofHchlorineHusingH
highVresolutionHgraphiteHfurnaceHmolecularHabsorptionHspectrometryHandHdirectHsolidHsampleH
analysisWHSpectrochimicamActazmPartmB:mAtomicmSpectroscopyUH2014UH[Z]UH[Vd

3.1 26

31 RutheniumQwwRHcomplexesHofH}VheterocyclicHcarbenesHderivedHfromHimidazoliumVlinkedHcyclophanesWH
DaltonmTransactionsUH2014UHbaUH[be[ZVg 4.3 9

30 RuV}OHandHRuV}O]HbondingHlinkageHisomerismHinHcisVηRuQ}ORQ}ORQbpyR]]Q]TXTRHcomplexesHVHaH
theoreticalHinsightWHDaltonmTransactionsUH2014UHbaUHfeg]VfZb 4.3 18

29 RuthenophaneshHsvaluatingHqationâ��ˇ�HwnteractionsHinHηRuQ˛•dVq[dv[]RbRQ}vaRa]]TXaTqomplexesWHoH
qomputationalHwnsightWHOrganometallicsUH2014UHaaUH]aZ[V]a[] 3.8 16

28 ·pectroscopyHandHtheoreticalHstudiesHofHnaturalHmelaninHQeumelaninRHandHitsHcomplexationHbyH
ironQwwwRWHJournalmofmCoordinationmChemistryUH2014UHdeUHgfdV[ZZ[ 1.6 6

27 çreasilVpolyQethyleneHoxideRHhybridHmatrixHforHselectiveHadsorptionHandHseparationHofHdyesHfromH
waterWHLangmuirUH2014UHaZUHafceVdf 4 36

26 RutheniumQwwRXbUdVdimethylV]VmercaptopyrimidineHcomplexeshH·ynthesisUHcharacterizationUHXVrayH
structuresHandHinHvitroHcytotoxicityHactivitiesHonHcancerHcellHlinesWHPolyhedronUH2014UHdfUHa[]Va[f 2.7 23

25 wnvestigatingHtheHRitterHãypeHReactionHofH˛–V{ethyleneV˛†VhydroxyHsstersHinHocidicH{ediumhHsvidenceH
forHtheHwntermediacyHofHanHollylicHqationWHEuropeanmJournalmofmOrganicmChemistryUH2013UH]Z[aUHc[fZVc[fe 3.2 3

24 –olyacetylenesHfromHtheHleavesHofHêernoniaHscorpioidesHQosteraceaeRHandHtheirHantiproliferativeHandH
antiherpeticHactivitiesWHPhytochemistryUH2013UHgcUHaecVfa 4 21

23 ãheHtwoHfacesHofHhydrogenVbondHstrengthHonHtripleHoooVrrrHarraysWHChemPhysChemUH2013UH[bUHaggbVbZZ[3.2 13

22 –eculiarHreactivityHofHaHdiVimineHcopperQwwRHcomplexHregardingHitsHbindingHtoHalbuminHproteinWHDaltonm
TransactionsUH2013UHb]UHdafdVgd 4.3 15

21 }anoparticleHtranslocationHthroughHaHlipidHbilayerHtunedHbyHsurfaceHchemistryWHPhysicalmChemistrym
ChemicalmPhysicsUH2013UH[cUH]]f]VgZ 3.6 64

20 ·yntheticHpathwayHforHaHnewHseriesHofHliquidHcrystalH]UdVdisubstitutedH
imidazoη]U[Vb]η[UaUb]thiadiazoleWHLiquidmCrystalsUH2013UHbZUHceZVcfZ 2.3 11

19
}itroVsubstitutedHbVηQphenylmethyleneRimino]phenolateshHsolvatochromismHandHtheirHuseHasH
solvatochromicHswitchesHandHasHprobesHforHtheHinvestigationHofHpreferentialHsolvationHinHsolventH
mixturesWHJournalmofmOrganicmChemistryUH2012UHeeUH[ZddfVeg
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18 ãheHnatureHofHRuV}OHbondsHinHrutheniumHtetraazamacrocycleHnitrosylHcomplexesVVaHcomputationalH
studyWHDaltonmTransactionsUH2012UHb[UHea]eVag 4.3 36

17 wsatinV·chiffHbaseHcopperQwwRHcomplexesâ��oHrtãHstudyHofHtheHmetalVligandHbondingHsituationWH
InternationalmJournalmofmQuantummChemistryUH2012UH[[]UHd]cVdbd 2.1 21

16 vydrogenHbondHandHtheHresonanceHeffectHonHtheHformamideâ��waterHcomplexesWHInternationalm
JournalmofmQuantummChemistryUH2012UH[[]UH[bZ[V[b]Z 2.1 4

15 —uinolinylHandHquinolinylH}VoxideHchalconeshHsynthesisUHantifungalHandHcytotoxicHactivitiesWHEuropeanm
JournalmofmMedicinalmChemistryUH2011UHbdUHbbbfVcd 6.8 32

14 wnteractionsHofHdiVimineHcopperQwwRHcomplexesHwithHalbuminhHcompetitiveHequilibriaUHpromotedH
oxidativeHdamageHandHrtãHstudiesWHJournalmofmthemBrazilianmChemicalmSocietyUH2010UH][UH[aZaV[a[e 1.5 13

13 ·esquiterpeneHlactonesHfromHêernoniaHscorpioidesHandHtheirHinHvitroHcytotoxicityWHPhytochemistryUH
2010UHe[UH[cagVbb 4 37

12 OxindoleV·chiffHbaseHcopperQwwRHcomplexesHinteractionsHwithHhumanHserumHalbuminhHspectroscopicUH
oxidativeHdamageUHandHcomputationalHstudiesWHJournalmofmInorganicmBiochemistryUH2009UH[ZaUH[aa[Vb[ 4.2 21

11 ãheHnatureHofHtheHinteractionsHbetweenH–tbHclusterHandHtheHadsorbatesHSvUHSOvUHandHv]OWHJournalm
ofmPhysicalmChemistrymAUH2008UH[[]UH[[ea[Vba 2.8 29

10 ãheH}atureHofHtheHRuâ��}OHpondHinHRutheniumHãetraammineH}itrosylHqomplexesWWHOrganometallicsUH
2008UH]eUH[ddZV[ddZ 3.8

9 oHcomputationalHstudyHofHtetrafluoroVη]W]]cyclophanesWHJournalmofmPhysicalmChemistrymAUH2008UH[[]UH[[efbVfZZ2.8 17

8 onalysisHofHtheHmetalâ��ligandHbondsHinHη{oQXRQ}v]Ra]HQXHkH–UH}UH–OUHandH}ORUHη{oQqORcQ}OR]TUHandH
η{oQqORcQ–OR]TWHTheoreticalmChemistrymAccountsUH2008UH[]ZUHac[Vad[ 1.9 12

7 ãheH}atureHofHtheHRuâ��}OHpondHinHRutheniumHãetraammineH}itrosylHqomplexesWHOrganometallicsUH
2007UH]dUHcf[cVcf]c 3.8 53

6 oromaticityHandHvomoaromaticityHinH{ethanoη[Z]annulenesWWHJournalmofmOrganicmChemistryUH2007UH
e]UH]dgfV]dgf 4.2 2

5 qomputationalHstudyHaboutHthroughVbondHandHthroughVspaceHinteractionsHinHη]W]]cyclophanesWH
JournalmofmPhysicalmChemistrymAUH2007UH[[[UH[eZcV[] 2.8 40

4 oromaticityHandHvomoaromaticityHinH{ethanoη[Z]annulenesWHJournalmofmOrganicmChemistryUH2007UH
e]UHedVfc 4.2 22

3 sfeitosHdeHsubstituintesHnaHligaˆ§ˆ£oHdeHhidrogˆ“nioHdoHaVhidroxipropenalWHQuimicamNovaUH2006UH]gUH[[feV[[g] 1.6 2

2 oH}ewHsxplorationHofHtheHãorsionalHsnergyH·urfaceHofHnV–entaneHçsingH{olecularH{odelsHandH
{olecularH{odelingH·oftwareWHJournalmofmChemicalmEducationUH2005UHf]UH[fZZ 2.4 3

1 oHcomputationalHstudyHofHη]W]]cyclophanesWHJournalmofmOrganicmChemistryUH2005UHeZUHa]b]VcZ 4.2 64
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