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l Paper IF Citations

77 rbacavirKzncreasesKüurinergicKücXhKαeceptorKrctivationKbyKrTükKuoesKaKüroZinflammatoryK
βynergismKUnderlieKztsKtardiovascularKToxicityp[KFrontiersninnPharmacologyXK2021XKbcXKgbdeej 5.6 1

76 MolecularKznsightKintoKtheKαegulationKofKVimentinKbyKtysteineKModificationsKandKZincKsinding[K
AntioxidantsXK2021XKbaXK 7.1 1

75 MolecularKbasesKforKtheKassociationKofKwyαZbKwithKatypicalKhemolyticKuremicKsyndromeKandKotherK
diseases[KBloodXK2021XKbdhXKdeieZdeje 2.2 4

74 UnderstandingKtheKrntibacterialKαesistancekKtomputationalKvxplorationsKinKsacterialKMembranes[K
ACSnOmegaXK2021XKgXKgaebZgafe 3.9 7

73 βyntheticKxlycolipidsKasKMolecularKVaccineKrdjuvantskKMechanismKofKrctionKinKyumanKtellsKandKznK
VivoKrctivity[KJournalnofnMedicinalnChemistryXK2021XKgeXKbccgbZbcchc 8.3 2

72 wullZrtomKModelKofKtheKrgonistK—üβZsoundKTollZlikeKαeceptorKeKuimerKinKaKMembraneKvnvironment[K
Chemistryn-nAnEuropeannJournalXK2021XKchXKbfeagZbfecf 4.8 1

71 ·ewKTherapeuticKβtrategiesKforKösteoarthritisKbyKTargetingKβialicKrcidKαeceptors[KBiomoleculesXK
2020XKbaXK 5.9 6

70 UnveilingKMolecularKαecognitionKofKβialoglycansKbyKyumanKβiglecZba[KIScienceXK2020XKcdXKbabcdb 6.1 13

69 üairingK—üβKβtructureKwithKztsKzmmunomodulatoryKvffectsKonKyumanKtellularKModels[KACSnCentraln
ScienceXK2020XKgXKbgacZbgbg 16.8 23

68 TypeKzVKtouplingKüroteinsKasKüotentialKTargetsKtoKtontrolKtheKuisseminationKofKrntibioticK
αesistance[KFrontiersninnMolecularnBiosciencesXK2020XKhXKcab 5.6 6

67 tharacterisationKofKtheKuynamicKznteractionsKbetweenKtomplexK·ZxlycansKandKyumanKtucc[K
ChemBioChemXK2020XKcbXKbcjZbea 3.8 12

66 ·ovelKcarboxylateZbasedKglycolipidskKT—αeKantagonismXKMuZcKbindingKandKselfZassemblyKproperties[K
ScientificnReportsXK2019XKjXKjbj 4.9 16

65 znsightsKintoKrealZtimeKchemicalKprocessesKinKaKcalciumKsensorKproteinZdirectedKdynamicKlibrary[K
NaturenCommunicationsXK2019XKbaXKchji 17.4 7

64
MinimizingKtheKvntropyKüenaltyKforK—igandKsindingkK—essonsKfromKtheKMolecularKαecognitionKofKtheK
yistoKsloodZxroupKrntigensKbyKyumanKxalectinZd[KAngewandtenChemien-nInternationalnEditionXK2019XK
fiXKhcgiZhchc

16.4 38

63 vnhancingKüotencyKandKβelectivityKofKaKutZβzx·KxlycomimeticK—igandKbyKwragmentZsasedKuesignkK
βtructuralKsasis[KChemistryn-nAnEuropeannJournalXK2019XKcfXKbegfjZbeggi 4.8 14

62 βtructureZrctivityKαelationshipKinKMonosaccharideZsasedKTollZ—ikeKαeceptorKeKST—αeTKrntagonists[K
JournalnofnMedicinalnChemistryXK2018XKgbXKcijfZcjaj 8.3 32

61 znsightsKintoKtheKkeyKdeterminantsKofKmembraneKproteinKtopologyKenableKtheKidentificationKofKnewK
monotopicKfolds[KELifeXK2018XKhXK 8.9 13
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60
rntagonisticKüleiotropyKinKtheKsifunctionalKβurfaceKüroteinKwad—KSömpübTKduringKrdaptationKofK
yaemophilusKinfluenzaeKtoKthronicK—ungKznfectionKrssociatedKwithKthronicKöbstructiveKüulmonaryK
uisease[KMBioXK2018XKjXK

7.8 22

59 —ipidKrkKzmmunologicalKüropertiesKandKMolecularKsasisKofKztsKsindingKtoKtheKMyeloidKuifferentiationK
üroteinZc]TollZ—ikeKαeceptorKeKtomplex[KFrontiersninnImmunologyXK2018XKjXKbiii 8.4 6

58 rmphiphilicKxuanidinocalixarenesKznhibitK—ipopolysaccharideKS—üβTZKandK—ectinZβtimulatedKTollZlikeK
αeceptorKeKST—αeTKβignaling[KJournalnofnMedicinalnChemistryXK2017XKgaXKeiicZeijc 8.3 26

57 xramZ·egativeKvxtremophileK—ipopolysaccharideskKüromisingKβourceKofKznspirationKforKaK·ewK
xenerationKofKvndotoxinKrntagonists[KEuropeannJournalnofnOrganicnChemistryXK2017XKcabhXKeaffZeahd 3.2 18

56 rntibioticKtaptureKbyKsacterialK—ipocalinsKUncoversKanKvxtracellularKMechanismKofKzntrinsicK
rntibioticKαesistance[KMBioXK2017XKiXK 7.8 23

55 xlycolipidZbasedKT—αeKModulatorsKandKwluorescentKürobeskKαationalKuesignXKβynthesisXKandK
siologicalKüroperties[KChemicalnBiologynandnDrugnDesignXK2016XKiiXKcbhZcj 2.9 10

54 MolecularKsasisKofKtheKwunctionalKuifferencesKbetweenKβolubleKyumanKVersusKMurineKMuZckKαoleK
ofKValbdfKinKTransferKofK—ipopolysaccharideKfromKtubeKtoKMuZc[KJournalnofnImmunologyXK2016XKbjgXKcdajZbi5.3 8

53 VirtualKβcreeningKrpproachesKtowardsKtheKuiscoveryKofKTollZ—ikeKαeceptorKModulators[K
InternationalnJournalnofnMolecularnSciencesXK2016XKbhXK 6.3 22

52 tomputationalKrpproachesKtoKTollZ—ikeKαeceptorKeKModulation[KMoleculesXK2016XKcbXK 4.8 49

51 xlycomimeticsKTargetingKxlycosyltransferaseskKβyntheticXKtomputationalKandKβtructuralKβtudiesKofK
—essZüolarKtonjugates[KChemistryn-nAnEuropeannJournalXK2016XKccXKhcbfZce 4.8 19

50
rctivationKofKyumanKTollZlikeKαeceptorKeKST—αeT´•MyeloidKuifferentiationKwactorKcKSMuZcTKbyK
yypoacylatedK—ipopolysaccharideKfromKaKtlinicalKzsolateKofKsurkholderiaKcenocepacia[KJournalnofn
BiologicalnChemistryXK2015XKcjaXKcbdafZbj

5.4 36

49 themistryKofK—ipidKrkKrtKtheKyeartKofKznnateKzmmunity[KChemistryn-nAnEuropeannJournalXK2015XKcbXKehhZehh4.8 0

48 themistryKofKlipidKrkKatKtheKheartKofKinnateKimmunity[KChemistryn-nAnEuropeannJournalXK2015XKcbXKfaaZbj 4.8 147

47 tonformationalKülasticityKinKxlycomimeticskKwluorocarbamethylZ—ZidopyranosidesKMimicKtheK
zntrinsicKuynamicKsehaviourKofK·aturalKzdoseKαings[KChemistryn-nAnEuropeannJournalXK2015XKcbXKbafbdZcb 4.8 13

46 ModulationKofKtubeKandKT—αe´•MuZcKactivitiesKbyKaKsyntheticKlipidKrKmimetic[KChemBioChemXK2014XK
bfXKcfaZi 3.8 39

45 gemZuifluorocarbadisaccharideskKrestoringKtheKexoZanomericKeffect[KAngewandtenChemien-n
InternationalnEditionXK2014XKfdXKjfjhZgac 16.4 28

44 βerineKversusKthreonineKglycosylationKwithK˛–ZöZxal·rckKunexpectedKselectivityKinKtheirKmolecularK
recognitionKwithKlectins[KChemistryn-nAnEuropeannJournalXK2014XKcaXKbcgbgZch 4.8 32

43 gemZuifluorocarbadisaccharideskKαestoringKtheKexoZrnomericKvffect[KAngewandtenChemieXK2014XK
bcgXKjhfbZjhfg 3.6 8
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42 ModulationKofKtollZlikeKreceptorKe[KznsightsKfromKxZrayKcrystallographyKandKmolecularKmodeling[K
CurrentnTopicsninnMedicinalnChemistryXK2014XKbeXKcghcZid 3 13

41
tonformationalKselectionKinKglycomimeticskKhumanKgalectinZbKonlyKrecognizesKsynZ˛¤ZtypeK
conformationsKofK˛†ZbXdZlinkedKlactoseKandKitsKtZglycosylKderivative[KChemistryn-nAnEuropeannJournalXK
2013XKbjXKbefibZja

4.8 17

40 ·ewKclickedKfullKagonistsKofKtheKestrogenKreceptorK˛†[KRSCnAdvancesXK2013XKdXKdgjh 3.7 2

39
znteractionsKofKbacterialKcellKdivisionKproteinKwtsZKwithKtiZsubstitutedKguanineKnucleotideK
inhibitors[KrKcombinedK·MαXKbiochemicalKandKmolecularKmodelingKperspective[KJournalnofnthen
AmericannChemicalnSocietyXK2013XKbdfXKbgebiZci

16.4 26

38 βtructureKofKmicelleZboundKadrenomedullinkKaKfirstKstepKtowardKtheKanalysisKofKitsKinteractionsKwithK
receptorsKandKsmallKmolecules[KBiopolymersXK2012XKjhXKefZfd 2.2 28

37 TowardsK˛†ZselectivityKinKfunctionalKestrogenKreceptorKantagonists[KOrganicnandnBiomolecularn
ChemistryXK2012XKbaXKhddeZeg 3.9 8

36 üotentialKantiZinflammatoryXKantiZadhesiveXKanti]estrogenicXKandKangiotensinZconvertingKenzymeK
inhibitoryKactivitiesKofKanthocyaninsKandKtheirKgutKmetabolites[KGenesnandnNutritionXK2012XKhXKcjfZdag 4.3 115

35
βtructuralKstudiesKonKtheKinteractionKofKsaccharidesKandKglycomimeticsKwithKgalectinZbkKrKduK
perspectiveKusingKaKcombinedKmolecularKmodelingKandK·MαKapproach[KPurenandnAppliednChemistryXK
2011XKieXKejZge

2.1 8

34 βymmetricKdithiodigalactosidekKstrategicKcombinationKofKbindingKstudiesKandKdetectionKofK
selectivityKbetweenKaKplantKtoxinKandKhumanKlectins[KOrganicnandnBiomolecularnChemistryXK2011XKjXKfeefZff3.9 46

33 üotentKMclickedMKMMücKinhibitorskKsynthesisXKmolecularKmodelingKandKbiologicalKexploration[K
OrganicnandnBiomolecularnChemistryXK2011XKjXKefihZjj 3.9 25

32 MultisiteZdirectedKinhibitorsKofKproteinKkinaseKt–ckKnewKchallenges[KMolecularnandnCellularn
BiochemistryXK2011XKdfgXKbbhZj 4.2 11

31 vngineeringKöZglycosylationKpointsKinKnonZextendedKpeptideskKimplicationsKforKtheKmolecularK
recognitionKofKshortKtumorZassociatedKglycopeptides[KChemistryn-nAnEuropeannJournalXK2011XKbhXKdbafZba 4.8 19

30 αationalKdesignKofKaKTnKantigenKmimic[KChemicalnCommunicationsXK2011XKehXKfdbjZcb 5.8 20

29 βtructuralKaspectsKofKbindingKofK˛–ZlinkedKdigalactosidesKtoKhumanKgalectinZb[KGlycobiologyXK2011XKcbXKbgchZeb5.8 40

28 MimickingKchitinkKchemicalKsynthesisXKconformationalKanalysisXKandKmolecularKrecognitionKofKtheK
betaSbZZodTK·ZacetylchitopentaoseKanalogue[KChemistryn-nAnEuropeannJournalXK2010XKbgXKecdjZej 4.8 7

27 rssessingKcarbohydrateZcarbohydrateKinteractionsKbyK·MαKspectroscopykKtheKtrisaccharideKepitopeK
fromKtheKmarineKspongeKMicrocionaKprolifera[KChemBioChemXK2009XKbaXKfbbZj 3.8 29

26 ·ewKscaffoldsKforKtheKdesignKofKselectiveKestrogenKreceptorKmodulators[KOrganicnandnBiomolecularn
ChemistryXK2008XKgXKdeigZjg 3.9 24

25 βelectiveKhumanKadenosineKrdKantagonistsKbasedKonKpyrido[cXbZf]purineZcXeZdioneskKnovelKfeaturesK
ofKhrdKantagonistKbinding[KChemMedChemXK2008XKdXKbbbZj 3.7 15

Sonsoles Martˆ›n Santamarˆ›a

4



24 βmallZmoleculeKnegativeKmodulatorsKofKadrenomedullinkKdesignXKsynthesisXKandKduZΨβrαKstudy[K
ChemMedChemXK2008XKdXKbdefZff 3.7 6

23 rdrenomedullinkKaKnewKandKpromisingKtargetKforKdrugKdiscovery[KExpertnOpinionnonnTherapeuticn
TargetsXK2006XKbaXKdadZbh 6.4 17

22
βynthesisXKbiologicalKevaluationXKandKthreeZdimensionalKquantitativeKstructureZactivityKrelationshipK
studyKofKsmallZmoleculeKpositiveKmodulatorsKofKadrenomedullin[KJournalnofnMedicinalnChemistryXK
2005XKeiXKeagiZhf

8.3 13

21 rdrenomedullinkKaKnewKtargetKforKtheKdesignKofKsmallKmoleculeKmodulatorsKwithKpromisingK
pharmacologicalKactivities[KEuropeannJournalnofnMedicinalnChemistryXK2005XKeaXKhdhZfa 6.8 28

20 vTZbiZötydKSedelfosineTkKaKselectiveKantitumourKlipidKtargetingKapoptosisKthroughKintracellularK
activationKofKwas]tujfKdeathKreceptor[KCurrentnMedicinalnChemistryXK2004XKbbXKdbgdZie 4.3 94

19 αoleKofKhistidineZifKinKtheKcatalyticKmechanismKofKthymidineKphosphorylaseKasKassessedKbyKtargetedK
molecularKdynamicsKsimulationsKandKquantumKmechanicalKcalculations[KBiochemistryXK2004XKedXKeafZbe 3.2 31

18 ModulationKofKbindingKstrengthKinKseveralKclassesKofKactiveKsiteKinhibitorsKofKacetylcholinesteraseK
studiedKbyKcomparativeKbindingKenergyKanalysis[KJournalnofnMedicinalnChemistryXK2004XKehXKeehbZic 8.3 16

17
βtructuralKbasisKforKtheKbindingKofKdidemninsKtoKhumanKelongationKfactorKevwbrKandKrationaleKforK
theKpotentKantitumorKactivityKofKtheseKmarineKnaturalKproducts[KJournalnofnMedicinalnChemistryXK
2004XKehXKeedjZfc

8.3 36

16
uevelopmentKofKaKnewKfamilyKofKconformationallyKrestrictedKpeptidesKasKpotentKnucleatorsKofK
betaZturns[KuesignXKsynthesisXKstructureXKandKbiologicalKevaluationKofKaKbetaZlactamKpeptideK
analogueKofKmelanostatin[KJournalnofnthenAmericannChemicalnSocietyXK2003XKbcfXKbgcedZga

16.4 48

15 xuanidiniumKreceptorsKasKenantioselectiveKaminoKacidKmembraneKcarriers[KJournalnofnthenAmericann
ChemicalnSocietyXK2003XKbcfXKichaZie 16.4 105

14 uiastereoselectiveKreactionsKinKglycineKtemplatesKcontainingKanKentZardeeminKfragment[KJournalnofn
OrganicnChemistryXK2002XKghXKcabdZi 4.2 6

13 uoubleKaromaticityKandKantiZaromaticityKinKsmallKcarbonKrings[KChemicalnCommunicationsXK2000XKbfadZbfae5.8 35

12 yˆ…ckelKandKMˆ¶biusKaromaticityKandKtrimerousKtransitionKstateKbehaviourKinKtheKpericyclicKreactionsK
ofK[ba]XK[be]XK[bg]KandK[bi]annulenes[KPerkinnTransactionsnIInRSCXK2000XKbebfZbebh 29

11 Mˆ¶biusKaromaticsKarisingKfromKaKtttKringKcomponent[KChemicalnCommunicationsXK2000XKbaijZbaja 5.8 21

10 rnKabKinitioKandKM·uöZdKβtwâ��MöKcomputationalKstudyKofKtheKextrusionKreactionsKofKαczâ��wK
iodineSzzzTKviaKdimericXKtrimericKandKtetramericKtransitionKstates[KPerkinnTransactionsnIInRSCXK2000XKcbfiZcbgb 14

9 Mˆ¶biusKandKyˆ…ckelKmolecularKorbitalsKarisingKfromKtttKcomponentsKinKannuleneKrings[KPerkinn
TransactionsnIInRSCXK2000XKcdhcZcdhh 18

8 wluoridationKofKheteroaromaticKiodoniumKsaltsâ��experimentalKevidenceKsupportingKtheoreticalK
predictionKofKtheKselectivityKofKtheKprocess[KChemicalnCommunicationsXK2000XKgejZgfa 5.8 81

7 TwistKlocalisationKinKsingleXKdoubleKandKtripleKtwistedKMˆ¶biusKcyclacenes[KPerkinnTransactionsnIInRSCXK
2000XKcdhiZcdib 24

(2000-2008)
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6 SeβTZcXeZuimethylZcXeZdihydroZdXgZdioxoZSbyTZpyrazino[cXbZb]quinazolylKtosylateKasKanKelectrophilicK
glycineKtemplate[KTetrahedronXK1999XKffXKbhffZbhgc 2.4 10

5
rnKabKinitioKandKM·uöZdKβtwZMöKcomputationalKstudyKofKstereoelectronicKcontrolKinKextrusionK
reactionsKofKαczâ��wKiodineSzzzTKintermediatesâ� [KJournalnofnthenChemicalnSocietynPerkinnTransactionsnIIXK
1999XKchahZchbe

38

4 TheKpreferredKconformationKofK˛–Zfluoroamides[KJournalnofnthenChemicalnSocietynPerkinnTransactionsn
IIXK1999XKceajZcebb 66

3
βynthesisKandKβtereochemistryKofKbbXbbaZuihydroKuerivativesKofKSeβTZcXeZuimethylZcXeZdihydroZbyZK
pyrazino[cXbZb]quinazolineZdXgZdiones[KrK·ewKTransannularKαearrangementKüroposal[KJournalnofn
OrganicnChemistryXK1999XKgeXKhcddZhcdf

4.2 2

2 αegioZKandKuiastereoselectiveKrlkylationKofKcZβubstitutedKcXeZuihydroZbyZK
pyrazino[cXbZb]quinazolineZdXgZdiones[KJournalnofnOrganicnChemistryXK1997XKgcXKgeceZgeci 4.2 25

1 αegioZKandKdiastereoselectiveKdialkylationKofK
SeβTZcXeZdimethylZcXeZdihydroZbyZpirazino[cXbZb]quinazolineZdXgZdione[KTetrahedronXK1997XKfdXKbghjfZbgiac2.4 15
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