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76 εheHdesignHofHanionVˇ�HinteractionsHandHhydrogenHbondsHforHtheHrecognitionHofHchlorideUHbromideH
andHnitrateHanionsWHPhysicalmChemistrymChemicalmPhysicsUH2021UH]aUH[[bccV[[bdc 3.6 1
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69 εrackingHtheHroleHofHtransVligandsHinHrutheniumâ��}–HbondHlabilityhHcomputationalHinsightWHNewm
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53 SchistosomicidalHactivityHofHkauraneUHlabdaneHandHclerodaneVtypeHditerpenesHobtainedHbyHfungalH
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asHanHefficientHelectrochemicalHsensorHforHtheHsimultaneousHdeterminationHofHtheHantiVhypertensiveH
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42 ±uestHforHwnsightHintoHπltrashortHqVv´•´•´•ˇ�H—roximitiesHinH{olecularHKwronH{aidensKWHJournalmofmOrganicm
ChemistryUH2018UHfaUHc[[bVc[]] 4.2 7

41 εheHabilityHofHsx]poxbTHtoHinteractHwithHguestsHcontainingHˇ�VelectronVrichHandHˇ�VelectronVpoorH
moietiesWHInternationalmJournalmofmQuantummChemistryUH2018UH[[fUHe]cdZe 2.1 9

40 pondHonalysisHinHrihalogenâ��valideHandHrihalogenâ��rimethylchalcogenideHSystemsWHEuropeanm
JournalmofmInorganicmChemistryUH2018UH]Z[fUH[ZZeV[Z[c 2.3 6

39 uasVphaseHfragmentationHreactionsHofHprotonatedHcocainehH}ewHdetailsHtoHanHoldHstoryWHJournalmofm
MassmSpectrometryUH2018UHcaUH]ZaV][a 2.2 7

38 εuningHveterocalixarenesHtoHwmproveHεheirHonionH·ecognitionhHoHqomputationalHopproachWHJournalm
ofmPhysicalmChemistrymAUH2018UH[]]UHaa]fVaaad 2.8 19

37 velicenesHasH{olecularHεweezersHinHtheHtormationHofHqationVˇ�HqomplexesWHpondingHandHqircularH
richroismH—ropertiesHfromH·elativisticHrtεHqalculationsWHChemPhysChemUH2018UH[gUH]a][V]aaZ 3.2 5

36 pareHversusHprotectedHtetrairidiumHclustersHbyHdensityHfunctionalHtheoryWHPhysicalmChemistrym
ChemicalmPhysicsUH2018UH]ZUH]gbfZV]gbg] 3.6 2

35 qucurbiturilV{ediatedHqatalyticHvydrolysishHoHyineticHandHqomputationalHStudyHwithH}eutralHandH
qationicHrioxolanesHinHqpeWHACSmCatalysisUH2018UHfUH[]ZdeV[]Zeg 13.1 25

34 wnHvitroHcytotoxicityHandHstructureVactivityHrelationshipHapproachesHofHentVkaurenoicHacidHderivativesH
againstHhumanHbreastHcarcinomaHcellHlineWHPhytochemistryUH2018UH[cdUH][bV]]a 4 13
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33 vowHroHSecondaryH—hosphineH–xidesHwnteractHwithHSilverH}anoclustersmHwnsightsHfromHqomputationWH
JournalmofmPhysicalmChemistrymCUH2018UH[]]UH][bbgV][bd[ 3.8 5

32 onionH·ecognitionHbyH–rganometallicHqalixareneshHonalysisHfromH·elativisticHrtεHqalculationsWH
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31 SolvationHsnhancesHtheHristinctionHbetweenHqarboxylatedHormchairHandHZigzagHSingleVWallHqarbonH
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wnHvivoHandHinHsilicoHantiVinflammatoryHmechanismHofHactionHofHtheHsemisyntheticHQVRVcubebinH
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]eUH[edV[eg

2.9 10

29 {etalVligandHbondingHsituationHinHruthenophanesHcontainingHiUjVxylyleneVlinkedHbisQ}vqRcyclophaneH
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26 slectronicHpropertiesHandHmetalVligandHbondingHsituationHinHsuQwwwRHcomplexesHcontainingH
trisQpyrazolylRborateHandHphenantrolineHligandsWHJournalmofmLuminescenceUH2017UH[f]UH[aeV[bc 3.8 7

25
StudyHofHontiVεuberculosisHoctivityHpehaviourHofH}aturalHyauraneHandHεrachylobaneHriterpenesH
qomparedHwithHStructuralH—ropertiesH–btainedHbyHεheoreticalHqalculationsWHNaturalmProductm
CommunicationsUH2017UH[]UH[gabcefX[eZ[]ZZ

0.9 0

24 qopaiferaHduckeiH–leoresinHandHwtsH{ainH}onvolatileHεerpeneshHwnHVitroHSchistosomicidalH—ropertiesWH
ChemistrymandmBiodiversityUH2016UH[aUH[abfV[acd 2.5 16

23 svaluationHofHslectronHronationHasHaH{echanismHforHtheHStabilisationHofHqhalcogenateV—rotectedH
uoldH}anoclustersWHChemPhysChemUH2016UH[eUHa[Z]Va[[[ 3.2 4

22 SheddingHzightHonHtheH}atureHofHvostâ��uuestHwnteractionsHinH—ovsVsxpoxbTHqomplexesWHJournalmofm
PhysicalmChemistrymCUH2016UH[]ZUH[cbfZV[cbfe 3.8 12

21 εransportHpropertiesHofHruthenophanesHâ��HoHtheoreticalHinsightWHChemicalmPhysicsUH2016UHbefUH]aVaa 2.3 4

20 vydrazineHdecompositionHonHaHsmallHplatinumHclusterhHtheHroleHofH}]vcHintermediateWHTheoreticalm
ChemistrymAccountsUH2016UH[acUH[ 1.9 6

19 ·utheniumHnitrosylHcomplexesHcontainingHpyridineVfunctionalizedHcarbenesHâ��HoHtheoreticalHinsightWH
JournalmofmOrganometallicmChemistryUH2015UHeggVfZZUHcbVdZ 2.3 5

18 ·uV}–HandH·uV}–]HbondingHlinkageHisomerismHinHcisV[·uQ}–RQ}–RQbpyR]]Q]TXTRHcomplexesHVHaH
theoreticalHinsightWHDaltonmTransactionsUH2014UHbaUHfeg]VfZb 4.3 18

17 πreasilVpolyQethyleneHoxideRHhybridHmatrixHforHselectiveHadsorptionHandHseparationHofHdyesHfromH
waterWHLangmuirUH2014UHaZUHafceVdf 4 36

16 piotransformationHofHentVpimaradienoicHacidHbyHcellHculturesHofHospergillusHnigerWHBioorganicmandm
MedicinalmChemistryUH2013UH][UHcfeZVc 3.4 11
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15 ·esonanceHinHcompoundsHwithHmultipleHconjugatedHbondsWHStructuralmChemistryUH2013UH]bUH[[caV[[d] 1.8 3

14 εheHtwoHfacesHofHhydrogenVbondHstrengthHonHtripleHoooVrrrHarraysWHChemPhysChemUH2013UH[bUHaggbVbZZ[3.2 13

13 wsatinVSchiffHbaseHcopperQwwRHcomplexesâ��oHrtεHstudyHofHtheHmetalVligandHbondingHsituationWH
InternationalmJournalmofmQuantummChemistryUH2012UH[[]UHd]cVdbd 2.1 21

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

11 oHrouteHtoHobtainHud]–ah}daTHwithHdifferentHparticleHsizeWHMaterialsmChemistrymandmPhysicsUH2011UH
[]eUHbZVbb 4.4 16

10 SelfVassembledHfilmsHfromHW–ahHslectrochromismHandHlithiumHionHdiffusionWHElectrochemistrym
CommunicationsUH2010UH[]UHeaaVead 5.1 22

9 —tXεi–]XpolyQvinylHsulfonicHacidRHlayerVbyVlayerHfilmsHforHmethanolHelectrocatalyticHoxidationWH
JournalmofmNanosciencemandmNanotechnologyUH2009UHgUHdd]ZVd 1.3 1

8 εheHnatureHofHtheHinteractionsHbetweenH—tbHclusterHandHtheHadsorbatesHSvUHS–vUHandHv]–WHJournalm
ofmPhysicalmChemistrymAUH2008UH[[]UH[[ea[Vba 2.8 29

7 —latinumHnanoparticlesHembeddedHinHlayerVbyVlayerHfilmsHfromHSn–]XpolyallylamineHforHethanolH
electrooxidationWHJournalmofmPowermSourcesUH2008UH[fcUHdV[] 8.9 5

6 –nHtheHoriginHofHredHandHblueHshiftsHofHXVvHandHqVvHstretchingHvibrationsHinHformicHacidHQformateHionRH
andHprotonHdonorHcomplexesWHChemPhysChemUH2007UHfUHfeVg] 3.2 27

5 qomputationalHstudyHofHformamideâ��waterHcomplexesHusingHtheHSo—εHandHow{HmethodsWHChemicalm
PhysicsUH2006UHaa[UHgdV[[Z 2.3 27

4 qomputationalHstudyHofHpyryliumHcationâ��waterHcomplexeshHhydrogenHbondsUHresonanceHeffectsUHandH
aromaticityWHComputationalmandmTheoreticalmChemistryUH2006UHedZUHcgVea 15

3 qharacterizationHofHhydrogenHbondsHinHtheHinteractionsHbetweenHtheHhydroperoxylHradicalHandH
organicHacidsWHJournalmofmthemAmericanmChemicalmSocietyUH2003UH[]cUH[cd[bV]] 16.4 31

2 qonformationalHpreferencesHofHnonVnucleosideHvwVV[HreverseHtranscriptaseHinhibitorsWHTetrahedronUH
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qharacterizationHandHinHvitroHqytotoxicH—otentialHagainstHεumoralHqellHzinesWHJournalmofmthemBrazilianm
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