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124 ’ewItricksIforImodelersIfromItheIcrystallographyItoolkitiItheIparticleImeshItwaldIalgorithmIandIitsI
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114
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4 110

113 UncoveringItheIpolymeraseVinducedIcytotoxicityIofIanIoxidizedInucleotideWINatureUI2015UIdZfUIebdVh 50.4 102
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108 βpectralIshiftsIandIstructuralIclassesIinImicrosolutionsIofIrareIgasIclustersIcontainingIaImolecularI
chromophoreWIJournalgofgChemicalgPhysicsUI1990UIhbUIcggcVcghf 3.9 88
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JournalgofgChemicalgPhysicsUI1989UIhYUIfbdcVfbeg 3.9 76

105 βurfaceIsolvationIforIanIionIinIaIwaterIclusterWIJournalgofgChemicalgPhysicsUI2005UIZaaUIYacdZb 3.9 74

104 vpTpbVdependentIcellularIreprogrammingIrequiresIactivationVdomainIdependentIrecruitmentIofIaI
chromatinIremodelerWIGenomegBiologyUI2016UIZfUIbe 18.3 74

103 αoleIofIWaterIinItheIwydrationIuorceIpctingIbetweenI…ipidIqilayersWILangmuirUI1996UIZaUIaeadVaeah 4 69

102 βtructureIandIdynamicsIofIzymogenIhumanIbloodIcoagulationIfactorIXWIBiophysicalgJournalUI2002UI
gaUIZZhYVaYe 2.9 63

101
tnthalpiesIofIformationIandIstabilizationIenergiesIofIqrâ��IQwaORnIQnlZUaUIâ�ƒUIZdRIclustersWI
romparisonsIbetweenImolecularIdynamicsIcomputerIsimulationsIandIexperimentWIChemicalgPhysicsg
LettersUI1994UIaZgUIbffVbga

2.5 63

100 rubeItoIcageItransitionsIinIQwaORnIQnlZaUIZeUIandIaYRWIJournalgofgChemicalgPhysicsUI1996UIZYdUIbfZdVbfaZ 3.9 61

99
αeactionImechanismIofItheIepsilonIsubunitIofItWIcoliIs’pIpolymeraseIxxxiIinsightsIintoIactiveIsiteI
metalIcoordinationIandIcatalyticallyIsignificantIresiduesWIJournalgofgthegAmericangChemicalgSocietyUI
2009UIZbZUIZddYVe

16.4 52

98 βerologicalUIgenomicIandIstructuralIanalysesIofItheImajorImiteIallergenIserIpIabWIClinicalgandg
ExperimentalgAllergyUI2016UIceUIbedVfe 4.1 52

97 éotentialIβpαβVroVVaImainIproteaseIinhibitorsWIDruggDiscoverygTodayUI2021UIaeUIgYcVgZe 8.8 52

96
βimpleIuormulasIforIxmprovedIéointVrhargeItlectrostaticsIinIrlassicalIuorceIuieldsIandIwybridI
−uantumI†echanicalX†olecularI†echanicalItmbeddingWIInternationalgJournalgofgQuantumg
ChemistryUI2008UIZYgUIZhYdVZhZa

2.1 51

95 TheIstructureIofIwaterIatIplatinumXwaterIinterfacesI†olecularIdynamicsIcomputerIsimulationsWI
SurfacegScienceUI1995UIbbdUIcYZVcZd 1.8 51

94
sifferentialIqiologicalIpctionUIroregulatorIxnteractionsUIandI†olecularIsynamicIpnalysisIofI
qisphenolIpIQqépRUIqépuUIandIqéβI…igandVtα˛–IromplexesWIEnvironmentalgHealthgPerspectivesUI2018UI
ZaeUIYZfYZa

8.4 51

93 ratalyticImechanismIofIhumanIs’pIpolymeraseIlambdaIwithI†gaTIandI†naTIfromIabIinitioI
quantumImechanicalXmolecularImechanicalIstudiesWIDNAgRepairUI2008UIfUIZgacVbc 4.3 50

92 vpTpbIzincIfingerIaImutationsIreprogramItheIbreastIcancerItranscriptionalInetworkWINatureg
CommunicationsUI2018UIhUIZYdh 17.4 45

91 βolutionIstructureIofItheIsickersonIs’pIdodecamerIcontainingIaIsingleIribonucleotideWI
BiochemistryUI2012UIdZUIacYfVZe 3.2 45
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90 TemplateIstrandIscrunchingIduringIs’pIgapIrepairIsynthesisIbyIhumanIpolymeraseIlambdaWINatureg
StructuralgandgMoleculargBiologyUI2009UIZeUIhefVfa 17.6 45

89
αequirementIforItransientImetalIionsIrevealedIthroughIcomputationalIanalysisIforIs’pIpolymeraseI
goingIinIreverseWIProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaUI
2015UIZZaUItdaagVbe

11.5 44

88
qindingIofIdVphosphoVsVarabinonohydroxamateIandIdVphosphoVsVarabinonateIinhibitorsItoIzincI
phosphomannoseIisomeraseIfromIrandidaIalbicansIstudiedIbyIpolarizableImolecularImechanicsIandI
quantumImechanicsWIJournalgofgComputationalgChemistryUI2007UIagUIhbgVdf

3.5 40

87 †olecularIinsightsIintoIs’pIpolymeraseIdeterrentsIforIribonucleotideIinsertionWIJournalgofg
BiologicalgChemistryUI2011UIageUIbZedYVeY 5.4 38

86 ThermallyIxnducedIβtructuralIrhangesIinIuVQwaORZZIandIrlVQwaORZZIrlustersiII†olecularIsynamicsI
romputerIβimulationsWIThegJournalgofgPhysicalgChemistryUI1996UIZYYUIZbdYVZbde 38

85 pnIpncientIuamilyIofIα’pVqindingIéroteinsiIβtillIxmportantJWITrendsgingBiochemicalgSciencesUI2017UI
caUIagdVahe 10.3 37

84 tnergeticsIandIstructureIinIxIâ��aIQrOaRInIclustersWIZeitschriftgFˆ…rgPhysikgDvAtomsgMoleculesgandg
ClustersUI1991UIaYUIZfbVZfd 37

83
rharacterizationIofItstrogenicIandIpndrogenicIpctivitiesIforIqisphenolIpVlikeIrhemicalsIQqésRiIxnI
VitroItstrogenIandIpndrogenIαeceptorsITranscriptionalIpctivationUIveneIαegulationUIandIqindingI
érofilesWIToxicologicalgSciencesUI2019UI

4.4 36

82 pminoIacidIsubstitutionIinItheIactiveIsiteIofIs’pIpolymeraseI˛†IexplainsItheIenergyIbarrierIofItheI
nucleotidylItransferIreactionWIJournalgofgthegAmericangChemicalgSocietyUI2013UIZbdUIgYfgVgg 16.4 36

81 UltrafastIsolvationIdynamicsIinIaIβtockmayerIfluidWIJournalgofgChemicalgPhysicsUI1992UIhfUIdadbVdadc 3.9 35

80 †olecularImechanismIofIsubstrateIspecificityIforIheparanIsulfateIaVOVsulfotransferaseWIJournalgofg
BiologicalgChemistryUI2014UIaghUIZbcYfVZg 5.4 33

79 qindingIofIbisphenolIpUIbisphenolIpuUIandIbisphenolIβIonItheIandrogenIreceptoriIroregulatorI
recruitmentIandIstimulationIofIpotentialIinteractionIsitesWIToxicologygingVitroUI2017UIccUIagfVbYa 3.6 31

78
éhylogeneticIdistributionIandIevolutionIofItheIlinkedIα’pVbindingIandI’OTZVbindingIdomainsIinI
theItristetraprolinIfamilyIofItandemIrrrwIzincIfingerIproteinsWIJournalgofgInterferongandgCytokineg
ResearchUI2014UIbcUIahfVbYe

3.5 30

77 ureeIenergyIprofilesIforIlithiumQZTRIandIiodideIionsIapproachingItheIplatinumQZYYRIsurfaceiIaI
molecularIdynamicsIstudyWIThegJournalgofgPhysicalgChemistryUI1993UIhfUIZbgYbVZbgYe 30

76 †odelingIzymogenIproteinIrWIBiophysicalgJournalUI2000UIfhUIahadVcb 2.9 29

75 rooperativeIdamageIrecognitionIbyIUvrpIandIUvrqiIidentificationIofIUvrpIresiduesIthatImediateI
s’pIbindingWIDNAgRepairUI2008UIfUIbhaVcYc 4.3 28

74 rryoVt†IstructuresIofItheIβpαβVroVVaIendoribonucleaseI’spZdIrevealIinsightIintoInucleaseI
specificityIandIdynamicsWINaturegCommunicationsUI2021UIZaUIebe 17.4 28

73 tngineeringIofIbetabellinVZdsiIaIecIresidueIbetaIsheetIproteinIthatIformsIlongInarrowImultimericI
fibrilsWIProteingScienceUI1998UIfUIZdcdVdc 6.3 26
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72 éhosphorylatedI’uclearIαeceptorIrpαIuormsIaIwomodimerIToIαepressIxtsIronstitutiveIpctivityIforI
…igandIpctivationWIMoleculargandgCellulargBiologyUI2017UIbfUI 4.8 25

71 ronformationalIdependenceIofIZbrIshieldingIandIcouplingIconstantsIforImethionineImethylI
groupsWIJournalgofgBiomoleculargNMRUI2010UIcgUIbZVcf 3 24

70 †obilityIofIstretchedIwaterWIJournalgofgChemicalgPhysicsUI1993UIhgUIhgdhVhgea 3.9 24

69
†itochondrialIsingleVstrandedIs’pIbindingIproteinInovelIdeInovoIββqéZImutationIinIaIchildIwithI
singleIlargeVscaleImts’pIdeletionIQβ…β†sRIclinicallyImanifestingIasIéearsonUIzearnsVβayreUIandI
…eighIsyndromesWIPLoSgONEUI2019UIZcUIeYaaZgah

3.7 23

68 …argazoleIpnaloguesItmbodyingIαadicalIrhangesIinItheIsepsipeptideIαingiIsevelopmentIofIaI
†oreIβelectiveIandIwighlyIéotentIpnalogueWIJournalgofgMedicinalgChemistryUI2016UIdhUIZYecaVZYeeY 8.3 23

67 αevealingItheIroleIofItheIproductImetalIinIs’pIpolymeraseI˛†IcatalysisWINucleicgAcidsgResearchUI2017
UIcdUIafbeVafcd 20.1 22

66
†olecularImechanismsIforItheIregulationIofIhistoneImα’pIstemVloopVbindingIproteinIbyI
phosphorylationWIProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaUI
2014UIZZZUItahbfVce

11.5 22

65 pIfiniteIfieldImethodIforIcalculatingImolecularIpolarizabilityItensorsIforIarbitraryImultipoleIrankWI
JournalgofgComputationalgChemistryUI2011UIbaUIbagbVhd 3.5 22

64
pnIallVatomIsolutionVequilibratedImodelIforIhumanIextrinsicIbloodIcoagulationIcomplexI
QsTuVVxxaVXaRiIaIproteinVproteinIdockingIandImolecularIdynamicsIrefinementIstudyWIJournalgofg
ThrombosisgandgHaemostasisUI2003UIZUIadffVgg

15.4 22

63 xonIsolvationIinIwaterIclustersWIZeitschriftgFˆ…rgPhysikgDvAtomsgMoleculesgandgClustersUI1993UIaeUIZeeVZeg 22

62 éroposedIstructuralImodelsIofIhumanIfactorIVaIandIprothrombinaseWIJournalgofgThrombosisgandg
HaemostasisUI2008UIeUIgbVh 15.4 21

61 uourIloopsIofItheIcatalyticIdomainIofIfactorIviiaImediateItheIeffectIofItheIfirstItvuVlikeIdomainI
substitutionIonIfactorIviiaIcatalyticIactivityWIJournalgofgMoleculargBiologyUI2001UIbYfUIZdYbVZf 6.5 20

60 †odelingIwumanIZymogenIuactorIxXWIThrombosisgandgHaemostasisUI2001UIgdUIdheVeYb 7 20

59
TheIdiscoveryIofInewIcodingIallelesIofIhumanIrYéaepZIthatIareIpotentiallyIdefectiveIinItheI
metabolismIofIallVtransIretinoicIacidIandItheirIassessmentIinIaIrecombinantIcs’pIexpressionI
systemWIPharmacogeneticsgandgGenomicsUI2007UIZfUIZehVgY

1.9 19

58 †utationalIandIstructuralIanalysisIofItheItandemIzincIfingerIdomainIofItristetraprolinWIJournalgofg
BiologicalgChemistryUI2014UIaghUIdedVgY 5.4 17

57 weparanIsulfateIbiosynthesisiIaItheoreticalIstudyIofItheIinitialIsulfationIstepIbyI
’VdeacetylaseX’VsulfotransferaseWIBiophysicalgJournalUI2000UIfhUIahYhVZf 2.9 17

56 αeversalIofIs’pIdamageIinducedITopoisomeraseIaIs’pVproteinIcrosslinksIbyITdpaWINucleicgAcidsg
ResearchUI2016UIccUIbgahVcc 20.1 17

55 TransVcisIisomerizationIofIprolineIaaIinIbovineIprothrombinIfragmentIZiIaIsurprisingIresultIofI
structuralIcharacterizationWIBiochemistryUI1998UIbfUIZYhaYVf 3.2 16
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54 psymmetricIconformationalImaturationIofIwxVVZIreverseItranscriptaseWIELifeUI2015UIcUI 8.9 16

53 xdentificationIofItheIeffectorIdomainIofIbiglycanIthatIfacilitatesIq†éVaIosteogenicIfunctionWI
ScientificgReportsUI2018UIgUIfYaa 4.9 15

52 uunctionalIequivalenceIofIanIevolutionarilyIconservedIα’pIbindingImoduleWIJournalgofgBiologicalg
ChemistryUI2015UIahYUIaccZbVab 5.4 14

51 TheIsrosophilaITisZZIproteinIandIitsIeffectsIonImα’pIexpressionIinIfliesWIJournalgofgBiologicalg
ChemistryUI2014UIaghUIbdYcaVeY 5.4 14

50 venomicUIα’pseqUIandImolecularImodelingIevidenceIsuggestsIthatItheImajorIallergenIdomainIinI
insectsIevolvedIfromIaIhomodimericIoriginWIGenomegBiologygandgEvolutionUI2013UIdUIabccVdg 3.9 14

49 txplicitIwaterInearItheIcatalyticIxIhelixIThrIinItheIpredictedIsolutionIstructureIofIrYéapcWI
BiophysicalgJournalUI2003UIgcUIdfVeg 2.9 14

48
seterminingItheIendocrineIdisruptionIpotentialIofIindustrialIchemicalsIusingIanIintegrativeI
approachiIéublicIdatabasesUIinIvitroIexposureUIandImodelingIreceptorIinteractionsWIEnvironmentg
InternationalUI2019UIZbZUIZYcheh

12.9 13

47 βynthesisIandIbiologicalIevaluationIofIlargazoleIanaloguesIwithImodifiedIsurfaceIrecognitionIcapI
groupsWIEuropeangJournalgofgMedicinalgChemistryUI2014UIgeUIdagVcZ 6.8 13

46 wép†iIwirshfeldIéartitionedIptomicI†ultipolesWIComputergPhysicsgCommunicationsUI2012UIZgbUIbhYVbhf 4.2 13

45 ptomicIforcesIforIgeometryVdependentIpointImultipoleIandIgaussianImultipoleImodelsWIJournalgofg
ComputationalgChemistryUI2010UIbZUIafYaVZb 3.5 13

44 qinuclearImanganeseQxxRIcomplexesIinIbiologicalIsystemsWIMoleculargPhysicsUI2007UIZYdUIaghbVaghg 1.7 13

43 éredictedIsolutionIstructureIofIzymogenIhumanIcoagulationIuVxxWIJournalgofgComputationalg
ChemistryUI2002UIabUIbdVcf 3.5 13

42 UnusualIfragmentationIpathwaysIinIcollagenIglycopeptidesWIJournalgofgthegAmericangSocietygforg
MassgSpectrometryUI2013UIacUIZYfaVgZ 3.5 12

41 αeversalIofIdrugIresistanceIbyIyβVzIandInitricIoxideIinIpqrqZVIandIpqrvaVexpressingImultiVdrugI
resistantIhumanItumorIcellsWIBiomedicinegandgPharmacotherapyUI2019UIZaYUIZYhceg 7.5 11

40 †odelingIofItheIs’pVbindingIsiteIofIyeastIémsZIbyImassIspectrometryWIDNAgRepairUI2011UIZYUIcdcVed 4.3 11

39 TotalIsynthesisIandIselectiveIactivityIofIaInewIclassIofIconformationallyIrestrainedIepothilonesWI
ChemistrygvgAgEuropeangJournalUI2008UIZcUIdfYVgZ 4.8 11

38 WhatIcausesItheIenhancementIofIactivityIofIfactorIVxxaIbyItissueIfactornWIJournalgofgThrombosisgandg
HaemostasisUI2006UIcUIafaeVh 15.4 11

37 érobingItheIstructuralIchangesIinItheIlightIchainIofIhumanIcoagulationIfactorIVxxaIdueItoItissueI
factorIassociationWIBiophysicalgJournalUI1999UIffUIhhVZZb 2.9 11
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36 TheItandemIzincIfingerIα’pIbindingIdomainIofImembersIofItheItristetraprolinIproteinIfamilyWIWileyg
InterdisciplinarygReviewsgRNAUI2019UIZYUIeZdbZ 9.3 10

35
TransmembraneIdomainIinteractionsIandIresidueIprolineIbfgIareIessentialIforIproperIstructureUI
especiallyIdisulfideIbondIformationUIinItheIhumanIvitaminIzVdependentIgammaVglutamylI
carboxylaseWIBiochemistryUI2008UIcfUIebYZVZY

3.2 9

34 pIproposedIstructuralImodelIofIhumanIproteinIZWIJournalgofgThrombosisgandgHaemostasisUI2007UIdUIZddgVeZ15.4 9

33 widingIinIélainIβightiITheIqimetallicI†agnesiumIrovalentIqondIinItnzymeIpctiveIβitesWIInorganicg
ChemistryUI2017UIdeUIbZbVbaY 5.1 8

32 rharacterizationIofIβpαβaI’spZdInucleaseIactivityIrevealsIitPsImadIaboutIUWINucleicgAcidsgResearchUI
2021UIchUIZYZbeVZYZch 20.1 8

31 …igandIinducedIdissociationIofItheIpαIhomodimerIprecedesIpαImonomerItranslocationItoItheI
nucleusWIScientificgReportsUI2019UIhUIZefbc 4.9 7

30 pIubiquitinVlikeIdomainIisIrequiredIforIstabilizingItheI’VterminalIpTéaseImoduleIofIhumanI
β†rwsZWICommunicationsgBiologyUI2019UIaUIadd 6.7 6

29 rharacterizationIofIanIantiVqlaIgIZIscuviIepitopeImappingIandIcrossVreactivityWIMolecularg
ImmunologyUI2014UIdhUIaYYVf 4.3 6

28 βtructuralIcharacterizationIofItheIconformationalIchangeIinIcalbindinVsagkIuponIcalciumIbindingI
usingIdifferentialIsurfaceImodificationIanalyzedIbyImassIspectrometryWIBiochemistryUI2009UIcgUIgeYbVZc 3.2 6

27 romputationalIstudyIofItheIputativeIactiveIformIofIproteinIZIQéZaRiIsequenceIdesignIandIstructuralI
modelingWIProteingScienceUI2008UIZfUIZbdcVeZ 6.3 6

26 wydrophobicIligandsIinfluenceItheIstructureUIstabilityUIandIprocessingIofItheImajorIcockroachI
allergenIqlaIgIZWIScientificgReportsUI2019UIhUIZgahc 4.9 6

25 pIqioactiveIαesveratrolITrimerIfromItheIβtemIqarkIofItheIβriI…ankanItndemicIélantIVateriaI
copalliferaWIJournalgofgNaturalgProductsUI2018UIgZUIZehbVZfYY 4.9 5

24 xdentificationIofIdriversIforItheImetamorphicItransitionIofIwxVVZIreverseItranscriptaseWIBiochemicalg
JournalUI2017UIcfcUIbbaZVbbbg 3.8 5

23 ppplicationsIofIquantumImechanicalXmolecularImechanicalImethodsItoItheIchemicalIinsertionIstepI
ofIs’pIandIα’pIpolymerizationWIAdvancesgingProteingChemistrygandgStructuralgBiologyUI2014UIhfUIgbVZZb 5.3 5

22 pIreconsiderationIofItheIevidenceIforIstructuralIreorganizationIinIuVxxIzymogenWIJournalgofg
ThrombosisgandgHaemostasisUI2005UIbUIZdcbVd 15.4 5

21 érobingIsominantI’egativeIqehaviorIofIvlucocorticoidIαeceptorI˛†IthroughIaIwybridIβtructuralIandI
qiochemicalIppproachWIMoleculargandgCellulargBiologyUI2018UIbgUI 4.8 4

20 tβαZI†utationsIpssociatedIWithItstrogenIxnsensitivityIβyndromeIrhangeIronformationIofI
…igandVαeceptorIromplexIandIplteredITranscriptomeIérofileWIEndocrinologyUI2020UIZeZUI 4.8 4

19
TheImosquitoIproteinIptvZaIdisplaysIbothIcytolyticIandIantiviralIpropertiesIviaIaIcommonIlipidI
transferImechanismWIProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmerica
UI2021UIZZgUI

11.5 3
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18 xnfluenceIofIwydrophobicIrargoIqindingIonItheIβtructureUIβtabilityUIandIpllergenicityIofItheI
rockroachIpllergenIqlaIgIZWIJournalgofgAllergygandgClinicalgImmunologyUI2019UIZcbUIpqaZb 11.5 2

17 pIpostVtranscriptionalIregulonIcontrolledIbyITtppUItheIsingleItristetraprolinIfamilyImemberI
expressedIinIsictyosteliumIdiscoideumWINucleicgAcidsgResearchUI2021UIchUIZZhaYVZZhbf 20.1 2

16 rryoVt†IβtructuresIofItheIβpαβVroVVaItndoribonucleaseI’spZdI2020UI 2

15 ’rXVcYcYUIaIUniqueI’itricIOxideIsonorUIxnducesIαeversalIofIsrugVαesistanceIinIqothIpqrqZVIandI
pqrvaVtxpressingI†ultidrugIwumanIrancerIrellsWICancersUI2021UIZbUI 6.6 2

14 éhosphopeptideIinteractionsIofItheI’bsZI’VterminalIuwpVqαrTZXaIdomainsWIScientificgReportsUI
2021UIZZUIhYce 4.9 2

13 †echanismsIofIββqéZIvariantsIinImitochondrialIdiseaseiI†olecularIdynamicsIsimulationsIrevealI
stableItetramersIwithIalteredIs’pIbindingIsurfacesWIDNAgRepairUI2021UIZYfUIZYbaZa 4.3 2

12 †olecularIsynamicsIromputerIβimulationsIofIpqueousIβolutionXélatinumIxnterfaceI1994UIZYZVZZg 1

11 TheIhumanizedInanobodyIαqsVZVavItoleratesItheIspikeI’dYZYImutationItoIneutralizeIβpαβVroVVaI
2021UI 1

10 pIsmoothIparticleImeshItwaldImethod 1

9 rharacterizationIofIβpαβaI’spZdI’ucleaseIpctivityIαevealsIitâ��sI†adIpboutIU 1
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