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154 −hysicalKbasisKofKstructuralKandKcatalyticKZnXbindingKsitesKinKproteinsYKJournaloofoMolecularoBiologyWK
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theoAmericanoChemicaloSocietyWK2011WK]aaWKgc[dX]c 16.4 67
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hydrolysisKofKethyleneKphosphateYKJournaloofotheoAmericanoChemicaloSocietyWK1990WK]]_WKcfe_Xcfea 16.4 65

148 tactorsKgoverningKtheK aSVTKvsKySVTKselectivityKinKsodiumKionKchannelsYKJournaloofotheoAmericano
ChemicaloSocietyWK2010WK]a_WK_a_]Xa_ 16.4 64

147 –etalKSelectivityKinK–etalloproteinsh´ KZn_VvsK–g_VYKJournaloofoPhysicaloChemistryoBWK2001WK][cWKbbbdXbbc_3.4 63

146 oKcombinedKexperimentalKandKtheoreticalKstudyKofKdivalentKmetalKionKselectivityKandKfunctionKinK
proteinshKapplicationKtoKsYKcoliKribonucleaseKv]YKJournaloofotheoAmericanoChemicaloSocietyWK2003WK]_cWKga]fX_f16.4 61

145 −olarizationXconsistentKversusKcorrelationXconsistentKbasisKsetsKinKpredictingKmolecularKandK
spectroscopicKpropertiesYKJournaloofoPhysicaloChemistryoAWK2007WK]]]WK]g_eXa_ 2.8 55

144 rianionicKpentacoordinateKspeciesKinKtheKbaseXcatalyzedKhydrolysisKofKethyleneKandKdimethylK
phosphateYKJournaloofotheoAmericanoChemicaloSocietyWK1991WK]]aWKbacaXbacc 16.4 55

143 tactorsKgoverningKtheKsubstitutionKofKzaaVKforKqa_VKandK–g_VKinKmetalloproteinshKaKrtTZqr–K
studyYKJournaloofotheoAmericanoChemicaloSocietyWK2005WK]_eWKb[g]X][a 16.4 53

142
oKrtTZqr–KStudyKofKmetalXcarboxylateKinteractionsKinKmetalloproteinshKfactorsKgoverningKtheK
maximumKnumberKofKmetalXboundKcarboxylatesYKJournaloofotheoAmericanoChemicaloSocietyWK2006WK
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141 –etalKpindingKinK−roteinshKKTheKsffectKofKtheKrielectricK–ediumYKJournaloofoPhysicaloChemistryoBWK
2000WK][bWKadg_Xadgb 3.4 52

140 –olecularKdynamicsKsimulationKofKsYKcoliKribonucleaseKv]KinKsolutionhKcorrelationKwithK –γKandK
XXrayKdataKandKinsightsKintoKbiologicalKfunctionYKJournaloofoMolecularoBiologyWK1995WK_cbWKee]Xg_ 6.5 52

139 riscoveringKstructuralKmotifsKusingKaKstructuralKalphabethKapplicationKtoKmagnesiumXbindingKsitesYK
BMCoBioinformaticsWK2007WKfWK][d 3.6 51
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138
sxploringKtheKdynamicKinformationKcontentKofKaKproteinK –γKstructurehKcomparisonKofKaKmolecularK
dynamicsKsimulationKwithKtheK –γKandKXXrayKstructuresKofKsscherichiaKcoliKribonucleaseKvwYKProteins:o
Structure,oFunctionoandoBioinformaticsWK1999WKadWKfeX]][

4.2 51

137 occuracyKandKprecisionKofK –γKrelaxationKexperimentsKandK–rKsimulationsKforKcharacterizingK
proteinKdynamicsYKProteins:oStructure,oFunctionoandoBioinformaticsWK1997WK_fWKbf]Xbga 4.2 49

136 StructuralKanalysisKofKdiseaseXrelatedKTr−XbaKr]dguKmutationhKlinkingKenhancedKstabilityKandK
caspaseKcleavageKefficiencyKtoKproteinKaccumulationYKScientificoReportsWK2016WKdWK_]cf] 4.9 47

135 SimulationKanalysisKofKstructuresKonKtheKreactionKpathwayKofKγ oseKoYKJournaloofotheoAmericano
ChemicaloSocietyWK1990WK]]_WKaf_dXafa] 16.4 47

134 TrajectoryKstudiesKofKhyperthermalKXeKscatteringKfromKuaosS]][TYKJournaloofoChemicaloPhysicsWK1987WK
feWK]f[fX]f]d 3.9 47

133 wonKselectivityKstrategiesKofKsodiumKchannelKselectivityKfiltersYKAccountsoofoChemicaloResearchWK2014WK
beWKacf[Xe 24.3 46

132 torceKfieldsKincludingKchargeKtransferKandKlocalKpolarizationKeffectshKopplicationKtoKproteinsK
containingKmultiZheavyKmetalKionsYKJournaloofoComputationaloChemistryWK2009WKa[WK]g]X_[_ 3.5 44

131 tactorsKcontrollingKtheKreactivityKofKzincKfingerKcoresYKJournaloofotheoAmericanoChemicaloSocietyWK
2011WK]aaWKfdg]Xe[a 16.4 43

130 wmportanceKofKmetalKhydrationKonKtheKselectivityKofK–g_VKversusKqa_VKinKmagnesiumKionKchannelsYK
JournaloofotheoAmericanoChemicaloSocietyWK2013WK]acWK]e_[[Xf 16.4 42

129 tactorsKgoverningKtheKmetalKcoordinationKnumberKinKisolatedKgroupKwoKandKwwoKmetalKhydratesYK
InorganicoChemistryWK2006WKbcWKbf]]Xg 5.1 42

128 tactorsKgoverningKtheKprotonationKstateKofKZnXboundKhistidineKinKproteinshKaKrtTZqr–KstudyYK
JournaloofotheoAmericanoChemicaloSocietyWK2004WK]_dWK_d[_X]_ 16.4 42

127 –odelingKZn_Vâ��qysteinateKqomplexesKinK−roteinsYKJournaloofoPhysicaloChemistryoBWK2001WK][cWK][e[gX][e]b3.4 42

126 wncrementalKpindingKtreeKsnergiesKinK–g_VKqomplexeshKKoKrtTKStudyYKJournaloofoPhysicaloChemistryo
AWK1999WK][aWKf[gaXf][[ 2.8 42

125
StructuralKqharacterizationKofKtheK−hosphotyrosineKpindingKγegionKofKaKvighXoffinityKSv_K
romainâ��−hosphopeptideKqomplexKbyK–olecularKrynamicsKSimulationKandKqhemicalKShiftK
qalculationsYKJournaloofotheoAmericanoChemicaloSocietyWK1996WK]]fWK]]_dcX]]_ee

16.4 42

124 SelectivityK–echanismKofKtheKVoltageXgatedK−rotonKqhannelWKvV]YKScientificoReportsWK2015WKcWK][a_[ 4.9 41

123 qomputationalKstudiesKofKtheKcoordinationKstereochemistryWKbondingWKandKmetalKselectivityKofK
mercuryYKJournaloofoPhysicaloChemistryoAWK2006WK]][WKbc_Xd_ 2.8 41

122 tactorsKuoverningKtheKsnhancedKγeactivityKofKtiveX–emberedKqyclicK−hosphateKsstersYKJournaloofo
theoAmericanoChemicaloSocietyWK1998WK]_[WK_]cdX_]de 16.4 41

121 qoncertedKhydroxylKionKattackKandKpseudorotationKinKtheKbaseXcatalyzedKhydrolysisKofKmethylK
ethyleneKphosphateYKTheoJournaloofoPhysicaloChemistryWK1992WKgdWKc_]eXc_]g 41
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120 –ultiXtargetingKofKfunctionalKcysteinesKinKmultipleKconservedKSoγSXqoVX_KdomainsKbyKclinicallyKsafeK
ZnXejectorsYKChemicaloScienceWK2020WK]]WKgg[bXgg[g 9.4 40

119 qompetitionKamongKqa_VWK–g_VWKandK aVKforKmodelKionKchannelKselectivityKfiltershKdeterminantsKofK
ionKselectivityYKJournaloofoPhysicaloChemistryoBWK2012WK]]dWK][e[aX]b 3.4 38

118 −redictingKγ oXbindingKsitesKfromKtheKproteinKstructureKbasedKonKelectrostaticsWKevolutionKandK
geometryYKNucleicoAcidsoResearchWK2008WKadWKe_g 20.1 38

117 sndocyclicKandKexocyclicKcleavageKofKphosphoraneKmonoanionhKaKdetailedKmechanismKofKtheKγ aseK
oKtransphosphorylationKstepYKJournaloofotheoAmericanoChemicaloSocietyWK1992WK]]bWKe_bcXe_c_ 16.4 38

116  ewKinsightsKintoKtheKbaseXcatalyzedKhydrolysisKofKmethylKethyleneKphosphateYKTheoJournaloofo
PhysicaloChemistryWK1993WKgeWKd_]_Xd_]g 37

115 rγ_bindhKaKwebKserverKforKpredictingKr oXbindingKresiduesKfromKtheKproteinKstructureKbasedKonK
electrostaticsWKevolutionKandKgeometryYKNucleicoAcidsoResearchWK2012WKb[WKW_bgXcd 20.1 34

114 StructuralKandK−hysicalKpasisKforKontiXwgsKTherapyYKScientificoReportsWK2015WKcWK]]cf] 4.9 33

113 –ononuclearKversusKbinuclearKmetalXbindingKsiteshKmetalXbindingKaffinityKandKselectivityKfromK−rpK
surveyKandKrtTZqr–KcalculationsYKJournaloofotheoAmericanoChemicaloSocietyWK2008WK]a[WKafbbXc_ 16.4 33

112 TheKSignificanceKofKslectrostaticKsffectsKinK−hosphoXssterKvydrolysisYKJournaloofotheoAmericano
ChemicaloSocietyWK1994WK]]dWKag__Xaga] 16.4 33

111 oKnewKinterpretationKofKtheKeffectiveKpornKradiusKfromKsimulationKandKexperimentYKChemicaloPhysicso
LettersWK1999WKa][WK__cX__f 2.5 32

110 WhyKvoltageXgatedKqa_VKandKbacterialK aVKchannelsKwithKtheKsameKssssKmotifKinKtheirKselectivityK
filtersKconferKoppositeKmetalKselectivityYKPhysicaloChemistryoChemicaloPhysicsWK2012WK]bWK]_bc]Xd 3.6 31

109 onKabKwnitioKStudyKofK ucleophilicKottackKofKTrimethylK−hosphatehKKtactorsKwnfluencingKSiteK
γeactivityYKJournaloofoPhysicaloChemistryoAWK1997WK][]WKfe[dXfe]a 2.8 30

108 rynamicK–odelKofKzigninKurowingKinKγestrictedKSpacesYKMacromoleculesWK1995WK_fWKae[Xaed 5.5 30

107 –etalKpindingKandKSelectivityKinKZincK−roteinsYKJournaloofotheoChineseoChemicaloSocietyWK2003WKc[WK][gaX]][_1.5 28

106 StructuralKpasisKforKtheK–agnesiumXrependentKoctivationKandKvexamerizationKofKtheKzonKoooVK
−roteaseYKStructureWK2016WK_bWKdedXdfd 5.2 28

105 −referredKvydrogenXpondingK−artnersKofKqysteinehKwmplicationsKforKγegulatingKqysKtunctionsYK
JournaloofoPhysicaloChemistryoBWK2016WK]_[WK][_ffX][_gd 3.4 27

104 rifferentialKeffectsKofKtheKZnXvisXpkbKvsKZnXvisX[ospZulu]KtriadKonKZnXcoreKstabilityKandKreactivityYK
JournaloofotheoAmericanoChemicaloSocietyWK2005WK]_eWK]]aadXbe 16.4 27

103 γepresentingKanKwnfiniteKSolventKSystemKwithKaKγectangularKtiniteKSystemKUsingKwmageKqhargesYK
JournaloofoPhysicaloChemistryoBWK2002WK][dWK_geaX_gf_ 3.4 26
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102 UsingKanK²ldKrrugKtoKTargetKaK ewKrrugKSitehKopplicationKofKrisulfiramKtoKTargetKtheKZnXSiteKinKvqVK
 ScoK−roteinYKJournaloofotheoAmericanoChemicaloSocietyWK2016WK]afWKafcdXd_ 16.4 26

101 vowK ativeKandKolienK–etalKqationsKpindKoT−hKwmplicationsKforKzithiumKasKaKTherapeuticKogentYK
ScientificoReportsWK2017WKeWKb_aee 4.9 25

100 SequenceXmotifKdetectionKofK orS−TXbindingKproteinshKdiscoveryKofKaKuniqueKantibacterialKdrugK
targetYKScientificoReportsWK2014WKbWKdbe] 4.9 24

99 tactorsKgoverningKlossKandKrescueKofKr oKbindingKuponKsingleKandKdoubleKmutationsKinKtheKpcaK
coreKdomainYKNucleicoAcidsoResearchWK2002WKa[WK]cdaXeb 20.1 24

98 γeducingKtheKerrorKdueKtoKtheKuncertaintyKinKtheKpornKradiusKinKcontinuumKdielectricKcalculationsYK
TheoJournaloofoPhysicaloChemistryWK1994WKgfWKdg_Xdgc 24

97  onequilibriumKeffectsKinKchemicalKkineticsYKStraightXlineKpathsKforKhomonuclearKdiatomicK
dissociationXrecombinationKprocessYKTheoJournaloofoPhysicaloChemistryWK1983WKfeWK_dfaX_dgg 23

96 –olecularKdynamicsKofKnonequilibriumKinfrequentKeventshKzaserXinducedKdesorptionKfromKsurfacesYK
JournaloofoChemicaloPhysicsWK1986WKfcWKeb_aXebaa 3.9 22

95 vowK−bKpindsKandK–odulatesK−ropertiesKofKqaXSignalingK−roteinsYKInorganicoChemistryWK2018WKceWK]begfX]bf[g5.1 22

94 SolubleKklothoKregulatesKTγ−qdKcalciumKsignalingKlipidKraftsWKindependentKofKtheKtutγXtut_aK
pathwayYKFASEBoJournalWK2019WKaaWKg]f_Xg]ga 0.9 21

93 –odeledKstructuralKbasisKforKtheKrecognitionKofK˛–_XaXsialyllactoseKbyKsolubleKylothoYKFASEBoJournalWK
2017WKa]WKacebXacfd 0.9 20

92 γelationshipKbetweenKsnzymeZSubstrateK−ropertiesKandKsnzymeKsfficiencyKinKvydrolasesYKACSo
CatalysisWK2015WKcWKcfeeXcffe 13.1 20

91 svolutionKofKeukaryoticKionKchannelshKprinciplesKunderlyingKtheKconversionKofKqa´†VXselectiveKtoK
 aVXselectiveKchannelsYKJournaloofotheoAmericanoChemicaloSocietyWK2014WK]adWKaccaXg 16.4 20

90 –etalXbindingKaffinityKandKselectivityKofKnonstandardKnaturalKaminoKacidKresiduesKfromKrtTZqr–K
calculationsYKJournaloofoPhysicaloChemistryoBWK2009WK]]aWK]]ecbXdb 3.4 20

89 ollXelectronKcalculationsKofKtheKnucleationKstructuresKinKmetalXinducedKzincXfingerKfoldinghKroleKofK
theK−eptideKbackboneYKJournaloofotheoAmericanoChemicaloSocietyWK2007WK]_gWK]_bgeXc[b 16.4 20

88 SynergisticKwnhibitionKofKSoγSXqoVX_KγeplicationKUsingKrisulfiramZsbselenKandKγemdesivirYKACSo
PharmacologyoandoTranslationaloScienceWK2021WKbWKfgfXg[e 5.9 20

87 oKstructuralXalphabetXbasedKstrategyKforKfindingKstructuralKmotifsKacrossKproteinKfamiliesYKNucleico
AcidsoResearchWK2010WKafWKe]c[ 20.1 19

86 qommonKphysicalKbasisKofKmacromoleculeXbindingKsitesKinKproteinsYKNucleicoAcidsoResearchWK2008WKadWKe[efXfe20.1 19

85 ²xyanionKselectivityKinKsulfateKandKmolybdateKtransportKproteinshKanKabKinitioZqr–KstudyYKJournaloofo
theoAmericanoChemicaloSocietyWK2004WK]_dWK][_gdXa[c 16.4 19
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84 qompetitionKbetweenKziKandK aKinKsodiumKtransportersKandKreceptorshKWhichK aXpindingKsitesKareK
MtherapeuticMKziKtargetsmYKChemicaloScienceWK2018WKgWKb[gaXb][a 9.4 18

83 wonKselectivityKinKtheKselectivityKfiltersKofKacidXsensingKionKchannelsYKScientificoReportsWK2015WKcWKefdb 4.9 18

82 −redictingKr oXbindingKaminoKacidKresiduesKfromKelectrostaticKstabilizationKuponKmutationKtoK
ospZuluKandKevolutionaryKconservationYKProteins:oStructure,oFunctionoandoBioinformaticsWK2007WKdeWKde]Xf[4.2 18

81 SolvationKfreeKenergiesKofKpolarKmolecularKsoluteshKopplicationKofKtheKtwoXsphereKpornKradiusKinK
continuumKmodelsKofKsolvationYKJournaloofoChemicaloPhysicsWK2001WK]]bWKffg 3.9 18

80 rifferentialKroleKofKtheKproteinKmatrixKonKtheKbindingKofKaKcatalyticKaspartateKtoK–g_VKvsKqa_VhK
applicationKtoKribonucleaseKvYKJournaloofotheoAmericanoChemicaloSocietyWK2013WK]acWKdcb]Xf 16.4 17

79 tactorsKqontrollingKtheKγoleKofKZnKandKγeactivityKofKZnXboundKqysteinesKinK−roteinshKopplicationKtoK
rrugKTargetKriscoveryYKJournaloofotheoChineseoChemicaloSocietyWK2014WKd]WK]b_X]c[ 1.5 17

78 –echanismKofKr oXbindingKlossKuponKsingleXpointKmutationKinKpcaYKJournaloofoBiosciencesWK2007WKa_WKf_eXag2.3 17

77 ²nKtheKchargeKandKmoleculeKbasedKsummationsKofKsolventKelectrostaticKpotentialsKandKtheKvalidityK
ofKelectrostaticKlinearKresponseKinKwaterYKJournaloofoBiologicaloPhysicsWK2002WK_fWKgcX]]a 1.6 17

76 TheKimportanceKofKexcludedKsolventKvolumeKeffectsKinKcomputingKhydrationKfreeKenergiesYKJournalo
ofoPhysicaloChemistryoBWK2008WK]]_WK]bfdaXf 3.4 16

75 tactorsKcontrollingKtheKselectivityKforK aSVTKoverK–gS_VTKinKsodiumKtransportersKandKenzymesYK
PhysicaloChemistryoChemicaloPhysicsWK2016WK]fWK]dgfdXge 3.6 15

74 TwoKpotentialKtherapeuticKantibodiesKbindKtoKaKpeptideKsegmentKofKmembraneXboundKwgsKinK
differentKconformationsYKNatureoCommunicationsWK2014WKcWKa]ag 17.4 15

73 wdentificationKofKlabileKZnKsitesKinKdrugXtargetKproteinsYKJournaloofotheoAmericanoChemicaloSocietyWK
2013WK]acWK]b[_fXa] 16.4 15

72 wdentifyingKγ oXbindingKresiduesKbasedKonKevolutionaryKconservedKstructuralKandKenergeticK
featuresYKNucleicoAcidsoResearchWK2014WKb_WKe]c 20.1 15

71 zinkingKdistinctKconformationsKofKnicotinamideKadenineKdinucleotideKwithKproteinKfoldZfunctionYK
JournaloofoPhysicaloChemistryoBWK2011WK]]cWKega_Xg 3.4 15

70 wdentifyingKtheKmechanismKofKproteinKloopKclosurehKaKmolecularKdynamicsKsimulationKofKtheKpacillusK
stearothermophilusKzrvKloopKinKsolutionYKProteinoEngineering,oDesignoandoSelectionWK1995WKfWKcdcXea 1.9 15

69 ueo−qohKaKnewKtoolKforKmultivariateKanalysisKofKdihedralKanglesKbasedKonKprincipalKcomponentK
geodesicsYKNucleicoAcidsoResearchWK2012WKb[WKe_c 20.1 14

68 oKfastKmethodKforKpredictingKaminoKacidKmutationsKthatKleadKtoKunfoldingYKProteinoEngineering,o
DesignoandoSelectionWK2001WK]bWKbegXfd 1.9 14

67 TheKdoubleKcatalyticKtriadWKqys_cXvis]cgXosp]cfKandKqys_cXvis]cgXosn]ecWKinKpapainKcatalysishKroleK
ofKosp]cfKandKosn]ecYKProteinoEngineering,oDesignoandoSelectionWK1994WKeWKecXf_ 1.9 14
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66 γeformulationKofK–axwellRsKequationsKtoKincorporateKnearXsoluteKsolventKstructureYKJournaloofo
PhysicaloChemistryoBWK2008WK]]_WK][eg]Xb 3.4 13

65 resignWKsynthesisWKandKSoγKofKnovelKcarbapenemKantibioticsKwithKhighKstabilityKtoKXanthomonasK
maltophiliaKoxyiminocephalosporinaseKtypeKwwYKJournaloofoMedicinaloChemistryWK2000WKbaWKada_Xb[ 8.3 13

64 wnternalK–otionsKinKtheK–olecularKTumblingKγegimeYKsffectKonK –γKripolarKqrossXγelaxationKandK
wnterprotonKristanceKreterminationYKTheoJournaloofoPhysicaloChemistryWK1994WKgfWKf_dbXf_ea 13

63 TheKeffectKofKvibrationalXrotationalKdisequilibriumKonKtheKrateKconstantKforKanKatomXtransferK
reactionYKTheoJournaloofoPhysicaloChemistryWK1986WKg[WK_d]dX_dab 13

62 vowKtheKzocalKsnvironmentKofKtunctionalKSitesKγegulatesK−roteinKtunctionYKJournaloofotheoAmericano
ChemicaloSocietyWK2020WK]b_WKgfd]Xgfe] 16.4 12

61 StrategiesKtoKmodelKtheKnearXsoluteKsolventKmolecularKdensityZpolarizationYKJournaloofo
ComputationaloChemistryWK2009WKa[WKe[[Xg 3.5 12

60 γedesignKofKhighXaffinityKnonspecificKnucleasesKwithKalteredKsequenceKpreferenceYKJournaloofotheo
AmericanoChemicaloSocietyWK2009WK]a]WK]eabcXca 16.4 12

59  onconvergenceKofKtheKSoluteK−otentialKinKanKwnfiniteKSolventKandKwtsKwmplicationsKinKqontinuumK
–odelsmYKJournaloofoPhysicaloChemistryoBWK2002WK][dWK]_[gaX]_[gd 3.4 12

58
−ositiveKchargeKatKpositionKcbgKisKessentialKforKphosphatidylinositolKbWcXbisphosphateXhydrolyzingK
butKnotKphosphatidylinositolXhydrolyzingKactivitiesKofKhumanKphospholipaseKqKdelta]YKJournaloofo
BiologicaloChemistryWK1996WK_e]WK_bc[cX]d

5.4 12

57 SimulationKonalysisKofKtheKpindingKwnteractionsKinKtheKγ aseKoZaRXU–−KsnzymeX−roductKqomplexKasK
aKtunctionKofKpvYKJournaloofotheoAmericanoChemicaloSocietyWK1994WK]]dWK_cg]X_cgg 16.4 12

56
αuantumXchemistryKbasedKcalibrationKofKtheKalkaliKmetalKcationKseriesKSziSVTXqsSVTTKforKlargeXscaleK
polarizableKmolecularKmechanicsZdynamicsKsimulationsYKJournaloofoComputationaloChemistryWK2015WK
adWK_fcXa[_

3.5 11

55 TheKeffectKofKmetalKbindingKonKtheKcharacteristicKinfraredKbandKintensitiesKofKligandsKofKbiologicalK
interestYKJournaloofoMolecularoStructureWK2012WK][[gWKfaXff 3.4 11

54 TheKwgsKgeneKinKprimatesKexhibitsKextraordinaryKevolutionaryKdiversityYKImmunogeneticsWK2012WKdbWK_egXfe3.2 11
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