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137 zowV—esolutionIMolecularIrynamicsI imulationsIofItheIaZ I—ibosomalI ubunitWIMultiscaleeModelinge
andeSimulationUI2006UIcUI[]bfV[]da 1.8 14

136
sstimationIofIobsoluteItreeIsnergiesIofIvydrationIUsingIqontinuumIMethodshIIoccuracyIofI”artialI
qhargeIModelsIandI“ptimizationIofINonpolarIqontributionsWIJournaleofeChemicaleTheoryeande
ComputationUI2006UI]UI[]fVag

6.4 143

135
vowInitrogenaseIshakesVVinitialIinformationIaboutI”VclusterIandIteMoVcofactorInormalImodesIfromI
nuclearIresonanceIvibrationalIspectroscopyIQN—ö RWIJournaleofetheeAmericaneChemicaleSocietyUI2006UI
[]fUIedZfV[]

16.4 67

134 wnducedIfitIandIKlockIandIkeyKIrecognitionIofIc I—NoIbyIzincIfingersIofItranscriptionIfactorIwwwoWI
JournaleofeMoleculareBiologyUI2006UIaceUI]ecVg[ 6.5 60

133 NudgedIelasticIbandIcalculationIofIminimalIenergyIpathsIforItheIconformationalIchangeIofIaIuuI
nonVcanonicalIpairWIJournaleofeMoleculareBiologyUI2006UIaceUI[dfaVga 6.5 37

132
MolecularIdynamicsIsimulationsIofItheI[adIuniqueItetranucleotideIsequencesIofIrNoI
oligonucleotidesWIwwhIsequenceIcontextIeffectsIonItheIdynamicalIstructuresIofItheI[ZIuniqueI
dinucleotideIstepsWIBiophysicaleJournalUI2005UIfgUIae][VbZ

2.9 187

131 rifferentialIsolvationIandItautomerIstabilityIofIaImodelIbaseIpairIwithinItheIminorIandImajorI
groovesIofIrNoWIJournaleofetheeAmericaneChemicaleSocietyUI2005UI[]eUI[cd[]Ve 16.4 52

130 piomolecularIsimulationsIatIconstantIpvWICurrenteOpinioneineStructuraleBiologyUI2005UI[cUI[ceVda 8.1 126
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129 TheIomberIbiomolecularIsimulationIprogramsWIJournaleofeComputationaleChemistryUI2005UI]dUI[ddfVff 3.5 6155

128 NM—IstructureIofIaIcyclicIpolyamideVrNoIcomplexWIJournaleofetheeAmericaneChemicaleSocietyUI2004UI
[]dUIegcfVdd 16.4 37

127 sxploringIproteinInativeIstatesIandIlargeVscaleIconformationalIchangesIwithIaImodifiedI
generalizedIbornImodelWIProteins:eStructurereFunctioneandeBioinformaticsUI2004UIccUIafaVgb 4.2 1728

126 qhangeIinIproteinIflexibilityIuponIcomplexIformationhIanalysisIofI—asV—afIusingImolecularIdynamicsI
andIaImolecularIframeworkIapproachWIProteins:eStructurereFunctioneandeBioinformaticsUI2004UIcdUIa]]Vae 4.2 94

125 ”redictingIinteractionsIofIwingedVhelixItranscriptionIfactorsIwithIrNoWIProteins:eStructurereFunctione
andeBioinformaticsUI2004UIceUI[e]Vfe 4.2 19

124
”erformanceIcomparisonIofIgeneralizedIbornIandI”oissonImethodsIinItheIcalculationIofI
electrostaticIsolvationIenergiesIforIproteinIstructuresWIJournaleofeComputationaleChemistryUI2004UI
]cUI]dcVfb

3.5 465

123 qonvergingIfreeIenergyIestimateshIMMV”pQupR oIstudiesIonItheIproteinVproteinIcomplexI—asV—afWI
JournaleofeComputationaleChemistryUI2004UI]cUI]afVcZ 3.5 652

122 revelopmentIandItestingIofIaIgeneralIamberIforceIfieldWIJournaleofeComputationaleChemistryUI2004UI
]cUI[[ceVeb 3.5 10682

121 qonstantIpvImolecularIdynamicsIinIgeneralizedIpornIimplicitIsolventWIJournaleofeComputationale
ChemistryUI2004UI]cUI]ZafVbf 3.5 368

120 ”rotonIbindingItoIproteinshIpyQaRIcalculationsIwithIexplicitIandIimplicitIsolventImodelsWIJournaleofe
theeAmericaneChemicaleSocietyUI2004UI[]dUIb[deVfZ 16.4 239

119 MolecularIdynamicsIsimulationsIofItheI[adIuniqueItetranucleotideIsequencesIofIrNoI
oligonucleotidesWIwWI—esearchIdesignIandIresultsIonIdQqpuRIstepsWIBiophysicaleJournalUI2004UIfeUIaeggVf[a2.9 223

118 NM—I”arametersIinI”roteinsIandINucleicIocidsI2004UIaagVac[ 1

117 oInovelImethodIforIfindingIt—NoIgenesWIRnaUI2003UIgUIcZeV[e 5.8 12

116
resignIandIsynthesisIofIhighlyIconstrainedIfactorIαaIinhibitorshIamidineVsubstitutedI
bisQbenzoylRVVdiazepanV]VonesIandIbisQbenzylideneRVbisQgemVdimethylRcycloketonesWIBioorganiceande
MedicinaleChemistryUI2003UI[[UIaaegVg]

3.4 13

115 —eintroducingIelectrostaticsIintoIproteinIαVrayIstructureIrefinementhIbulkIsolventItreatedIasIaI
dielectricIcontinuumWIActaeCrystallographicaeSectioneD:eBiologicaleCrystallographyUI2003UIcgUI]ZgbV[Za 29

114 torceIfieldsIforIproteinIsimulationsWIAdvanceseineProteineChemistryUI2003UIddUI]eVfc 1303

113 rensityIfunctionalIandIreductionIpotentialIcalculationsIofIteb bIclustersWIJournaleofetheeAmericane
ChemicaleSocietyUI2003UI[]cUI[g]aVad 16.4 189

112 TheIcircumsphereIasIaItoolItoIassessIdistortionIinIμbteVb ]IatomIclustersWIJournaleofeBiologicale
InorganiceChemistryUI2003UIfUIc[gVc]d 3.7 18
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111
 tructuralUIspectroscopicUIandIredoxIconsequencesIofIaIcentralIligandIinItheIteMocoIofI
nitrogenasehIaIdensityIfunctionalItheoreticalIstudyWIJournaleofetheeAmericaneChemicaleSocietyUI2003UI
[]cUIfaeeVfa

16.4 133

110 wnsightsIintoItheImobilityIofImethylVbearingIsideIchainsIinIproteinsIfromIQaRxQqqRIandIQaRxQqNRI
couplingsWIJournaleofetheeAmericaneChemicaleSocietyUI2003UI[]cUIfgcgVdd 16.4 114

109  tructuralIdetailsUIpathwaysUIandIenergeticsIofIunfoldingIapomyoglobinWIJournaleofeMoleculare
BiologyUI2003UIa]cUIcccVde 6.5 50

108 ModelingIofIflapIendonucleaseIinteractionsIwithIrNoIsubstrateWIJournaleofeMoleculareBiologyUI2003UI
a]fUIcaeVcb 6.5 34

107 wnsightsIintoIproteinVproteinIbindingIbyIbindingIfreeIenergyIcalculationIandIfreeIenergyI
decompositionIforItheI—asV—afIandI—asV—alur IcomplexesWIJournaleofeMoleculareBiologyUI2003UIaaZUIfg[Vg[a6.5 924

106
 ymmetryIandIbondingIinImetalloporphyrinsWIoImodernIimplementationIforItheIbondingIanalysesI
ofIfiveVIandIsixVcoordinateIhighVspinIironQwwwRVporphyrinIcomplexesIthroughIdensityIfunctionalI
calculationIandINM—IspectroscopyWIJournaleofetheeAmericaneChemicaleSocietyUI2003UI[]cUIdeebVfa

16.4 70

105 rrugVTargetIpindingItorceshIodvancesIinItorceItieldIopproachesI2003UI[dgV[fc 1

104 —NoMzhIaIstandardIsyntaxIforIexchangingI—NoIinformationWIRnaUI2002UIfUIeZeV[e 5.8 68

103 sffectiveIpornIradiiIinItheIgeneralizedIpornIapproximationhItheIimportanceIofIbeingIperfectWI
JournaleofeComputationaleChemistryUI2002UI]aUI[]geVaZb 3.5 364

102 rensityIfunctionalIcalculationIofIpIyQaRIvaluesIandIredoxIpotentialsIinItheIbovineI—ieskeIironVsulfurI
proteinWIJournaleofeBiologicaleInorganiceChemistryUI2002UIeUIda]Vg 3.7 103

101 teMoIcofactorIofInitrogenasehIenergeticsIandIlocalIinteractionsIinItheIproteinIenvironmentWIJournale
ofeBiologicaleInorganiceChemistryUI2002UIeUIeacVbg 3.7 40

100 qomparisonIofIproteinIsolutionIstructuresIrefinedIbyImolecularIdynamicsIsimulationIinIvacuumUI
withIaIgeneralizedIpornImodelUIandIwithIexplicitIwaterWIJournaleofeBiomoleculareNMRUI2002UI]]UIa[eVa[ 3 105

99 pindingImodesIforItheIfirstIcoupledIelectronIandIprotonIadditionItoIteMocoIofInitrogenaseWI
JournaleofetheeAmericaneChemicaleSocietyUI2002UI[]bUIbcbdVe 16.4 40

98 tlexibilityIofIanIontibodyIpindingI iteIMeasuredIwithI”hotonIschoI pectroscopyWIJournaleofe
PhysicaleChemistryeBUI2002UI[ZdUI[ZgZV[[Za 3.4 41

97 MetalIsubstitutionIinItheIactiveIsiteIofInitrogenaseIMteQeR QgRIQMIkIMoQbTRUIöQaTRUIteQaTRRWIInorganice
ChemistryUI2002UIb[UIcebbVca 5.1 48

96 MolecularIdynamicsIandINM—IspinIrelaxationIinIproteinsWIAccountseofeChemicaleResearchUI2002UIacUIa]cVa[24.3 177

95 outomatedIpredictionIofI[cNUI[aqalphaUI[aqbetaIandI[aqPIchemicalIshiftsIinIproteinsIusingIaI
densityIfunctionalIdatabaseWIJournaleofeBiomoleculareNMRUI2001UI][UIa][Vaa 3 240

94 qontinuumIsolventImolecularIdynamicsIstudyIofIflexibilityIinIinterleukinVfWIJournaleofeMoleculare
GraphicseandeModellingUI2001UI[gUI[adVbc 2.8 24
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93 öectorizationIofItheIgeneralizedIpornImodelIforImolecularIdynamicsIonIsharedVmemoryI
computersWIComputationaleandeTheoreticaleChemistryUI2001UIcbgUI[gaV]Z[ 6

92 “ptimizedIparticleVmeshIswaldXmultipleVtimeIstepIintegrationIforImolecularIdynamicsIsimulationsWI
JournaleofeChemicalePhysicsUI2001UI[[cUIbZZaVbZ[f 3.9 162

91
qalculationsIofItheIobsoluteItreeIsnergiesIofIpindingIbetweenI—NoIandIMetalIwonsIUsingI
MolecularIrynamicsI imulationsIandIqontinuumIslectrostaticsWIJournaleofePhysicaleChemistryeBUI
2001UI[ZcUI[[a[bV[[a]c

3.4 70

90  olutionIstructureIandIdynamicsIofIyeastIelonginIqIinIcomplexIwithIaIvonIvippelVzindauIpeptideWI
JournaleofeMoleculareBiologyUI2001UIa[]UI[eeVfd 6.5 25

89 —NoMotifUIanI—NoIsecondaryIstructureIdefinitionIandIsearchIalgorithmWINucleiceAcidseResearchUI
2001UI]gUIbe]bVac 20.1 338

88 teMoIcofactorIofInitrogenasehIaIdensityIfunctionalIstudyIofIstatesIMQNRUIMQ“αRUIMQ—RUIandIMQwRWI
JournaleofetheeAmericaneChemicaleSocietyUI2001UI[]aUI[]ag]Vb[Z 16.4 152

87 TheoryIandIapplicationsIofItheIgeneralizedIpornIsolvationImodelIinImacromolecularIsimulationsWI
BiopolymersUI2000UIcdUI]ecVg[ 2.2 787

86 ossessmentIofIzincIfingerIorientationsIbyIresidualIdipolarIcouplingIconstantsWIJournaleofe
BiomoleculareNMRUI2000UI[dUIgV][ 3 40

85 qalculatingIstructuresIandIfreeIenergiesIofIcomplexImoleculeshIcombiningImolecularImechanicsI
andIcontinuumImodelsWIAccountseofeChemicaleResearchUI2000UIaaUIffgVge 24.3 3346

84 ueneralizedIbornImodelsIofImacromolecularIsolvationIeffectsWIAnnualeRevieweofePhysicaleChemistryUI
2000UIc[UI[]gVc] 15.7 977

83 ”erspectiveIonIâ��rynamicsIofIfoldedIproteinsâ��WITheoreticaleChemistryeAccountsUI2000UI[ZaUIaa]Vaab 1.9

82 NM—IsolutionIstructureIofItheIinsertedIdomainIofIhumanIleukocyteIfunctionIassociatedIantigenV[WI
JournaleofeMoleculareBiologyUI2000UI]gcUI[]c[Vdb 6.5 65

81 TheIstructuralIbasisIforIinIsituIactivationIofIrNoIalkylationIbyIduocarmycinI oWIJournaleofeMoleculare
BiologyUI2000UIaZZUI[[gcV]Zb 6.5 25

80 NM—IandImolecularIdynamicsIstudiesIofItheIhydrationIofIaIzincIfingerVrNoIcomplexWIJournaleofe
MoleculareBiologyUI2000UIaZ]UI[[Z[V[e 6.5 47

79 oI”hototautomerizableIModelIrNoIpaseI”airWIJournaleofetheeAmericaneChemicaleSocietyUI2000UI[]]UIgg[eVgg]Z16.4 71

78 ModificationIofItheIueneralizedIpornIModelI uitableIforIMacromoleculesWIJournaleofePhysicale
ChemistryeBUI2000UI[ZbUIae[]Vae]Z 3.4 830

77 zargeIöariationsIinI“neVpondI[aq˛–â��[aq˛†IxIqouplingsIinI”olypeptidesIqorrelateIwithIpackboneI
qonformationWIJournaleofetheeAmericaneChemicaleSocietyUI2000UI[]]UI][dfV][e[ 16.4 26

76  taticIandIrynamicIsffectsIonIöicinalI calarxqouplingsIinI”roteinsIandI”eptidesh´ IoIMrXrtTI
onalysisWIJournaleofetheeAmericaneChemicaleSocietyUI2000UI[]]UI[ZagZV[Zage 16.4 85
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75 MolecularIrynamicsI imulationsIofINucleicIocidsIwithIaIueneralizedIpornI olvationIModelWIJournale
ofetheeAmericaneChemicaleSocietyUI2000UI[]]UI]bfgV]bgf 16.4 374

74 TheoryIandIapplicationsIofItheIgeneralizedIbornIsolvationImodelIinImacromolecularIsimulationsI
2000UIcdUI]ec 5

73 onIsmpiricalIonalysisIofI”rotonIqhemicalI hiftsIinINucleicIocidsWIACSeSymposiumeSeriesUI1999UI[gbV]Zd 0.4 13

72 qalculationsIofINM—IdipolarIcouplingIstrengthsIinImodelIpeptidesWIJournaleofeBiomoleculareNMRUI
1999UI[cUIgcV[Z] 3 93

71 opplicationIofIaIpairwiseIgeneralizedIpornImodelItoIproteinsIandInucleicIacidshIinclusionIofIsaltI
effectsWITheoreticaleChemistryeAccountsUI1999UI[Z[UIb]dVbab 1.9 244

70 ristributedItorsionIangleIgridIsearchIinIhighIdimensionshIaIsystematicIapproachItoINM—IstructureI
determinationWIJournaleofeBiomoleculareNMRUI1998UI[[UI]b[Vda 3 16

69 vighVresolutionIsolutionIstructureIofIpacillusIsubtilisIwwoglcI1998UIa[UI]cfV]eZ 3

68 TheoriesIofIchemicalIshiftIanisotropiesIinIproteinsIandInucleicIacidsWIProgresseineNucleareMagnetice
ResonanceeSpectroscopyUI1998UIa]UI[dcV[gZ 10.4 151

67 MolecularIdynamicsIandIcontinuumIsolventIstudiesIofItheIstabilityIofIpolyuVpolyqIandIpolyoVpolyTI
rNoIduplexesIinIsolutionWIJournaleofeBiomoleculareStructureeandeDynamicsUI1998UI[dUI]dcVfZ 3.6 163

66 qontinuumIsolventIstudiesIofItheIstabilityIofI—NoIhairpinIloopsIandIhelicesWIJournaleofeBiomoleculare
StructureeandeDynamicsUI1998UI[dUIde[Vf] 3.6 180

65 rensityItunctionalI tudyIofI—iboseIandIreoxyriboseIqhemicalI hiftsWIJournaleofePhysicaleChemistrye
AUI1998UI[Z]UIc]fZVc]fg 2.8 56

64 qontinuumI olventI tudiesIofItheI tabilityIofIrNoUI—NoUIandI”hosphoramidateâ��rNoIvelicesWI
JournaleofetheeAmericaneChemicaleSocietyUI1998UI[]ZUIgbZ[VgbZg 16.4 1269

63 qalculationsIofIprotonVbindingIthermodynamicsIinIproteinsWIMethodseineEnzymologyUI1998UI]gcUI[eZVfg 1.7 46

62 rensityItunctionalIqalculationsIofI”rotonIqhemicalI hiftsIinIModelI”eptidesWIJournaleofethee
AmericaneChemicaleSocietyUI1997UI[[gUI[]]d]V[]]ea 16.4 80

61 oIqomputationalI tudyIofItheI—oleIofI olvationIsffectsIinI—everseITurnItormationIinItheI
TetrapeptidesIo”urIandIo”uNWIJournaleofetheeAmericaneChemicaleSocietyUI1997UI[[gUIbgdbVbge[ 16.4 27

60 rensityItunctionalI tudyIonItheIslectronicI tructuresIofIModelI”eroxidaseIqompoundsIwIandIwwWI
JournaleofetheeAmericaneChemicaleSocietyUI1997UI[[gUI[[bb]V[[bc[ 16.4 88

59 ThermodynamicsIofIaIreverseIturnImotifWI olventIeffectsIandIsideVchainIpackingWIJournaleofe
MoleculareBiologyUI1997UI]eZUIaZcV[e 6.5 38

58 vighIresolutionIsolutionIstructureIofIaIrNoIduplexIalkylatedIbyItheIantitumorIagentIduocarmycinI
 oWIJournaleofeMoleculareBiologyUI1997UI]e]UI]aeVc] 6.5 46
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57  olutionIstructureIofItheIfirstIthreeIzincIfingersIofITtwwwoIboundItoItheIcognateIrNoIsequencehI
determinantsIofIaffinityIandIsequenceIspecificityWIJournaleofeMoleculareBiologyUI1997UI]eaUI[faV]Zd 6.5 171

56 romainIpackingIandIdynamicsIinItheIrNoIcomplexIofItheINVterminalIzincIfingersIofITtwwwoWINaturee
StructuraleBiologyUI1997UIbUIdZcVf 102

55 rynamicsIofIaItypeIöwIreverseIturnIinIaIlinearIpeptideIinIaqueousIsolutionWIFoldingekeDesignUI1997UI]UIacVbd 51

54 NM—IsolutionIstructureIofIquQwRIrusticyaninIfromIThiobacillusIferrooxidanshIstructuralIbasisIforItheI
extremeIacidIstabilityIandIredoxIpotentialWIJournaleofeMoleculareBiologyUI1996UI]daUIec]Vde 6.5 85

53 wncludingI ideIqhainItlexibilityIinIqontinuumIslectrostaticIqalculationsIofI”roteinITitrationWIThee
JournaleofePhysicaleChemistryUI1996UI[ZZUI]Z[cdV]Z[da 106

52
MolecularIrynamicsIrockingIrrivenIbyINM—VrerivedI—estraintsItoIretermineItheI tructureIofItheI
qalicheamicinI˛‡[wI“ligosaccharideIromainIqomplexedItoIruplexIrNoWIMagneticeResonanceeine
ChemistryUI1996UIabUI [beV [cc

2.1 20

51 rensityVfunctionalIcalculationsIofIspinIcouplingIinIμteb b]aTIclustersWIInternationaleJournaleofe
QuantumeChemistryUI1995UIcdUIgcV[Z] 2.1 31

50  tructuralIbasisIforIrNoIbendingIbyItheIarchitecturalItranscriptionIfactorIzstV[WINatureUI1995UIaedUIeg[Vc50.4 524

49 TheIstructureIofIcalcyclinIrevealsIaInovelIhomodimericIfoldIforI [ZZIqaQ]TRVbindingIproteinsWI
NatureeStructuraleandeMoleculareBiologyUI1995UI]UIegZVd 17.6 158

48
oMps—UIaIpackageIofIcomputerIprogramsIforIapplyingImolecularImechanicsUInormalImodeIanalysisUI
molecularIdynamicsIandIfreeIenergyIcalculationsItoIsimulateItheIstructuralIandIenergeticI
propertiesIofImoleculesWIComputerePhysicseCommunicationsUI1995UIg[UI[Vb[

4.2 2509

47 wncorporatingI olvationIsffectsIintoIrensityItunctionalIslectronicI tructureIqalculationsWIThee
JournaleofePhysicaleChemistryUI1994UIgfUI[[ZcgV[[Zdf 158

46 qollectiveINM—IrelaxationImodelIappliedItoIproteinIdynamicsWIPhysicaleRevieweLettersUI1994UIe]UIgbZVgba7.4 46

45 qharacterizationIofIbiomolecularIstructureIandIdynamicsIbyINM—IcrossIrelaxationWIProgresseine
NucleareMagneticeResonanceeSpectroscopyUI1994UI]dUI]eVcf 10.4 70

44 vighVresolutionIsolutionIstructuresIofIoxidizedIandIreducedIsscherichiaIcoliIthioredoxinWIStructureUI
1994UI]UIfcaVdf 5.2 267

43 rensityItunctionalX”oissonVpoltzmannIqalculationsIofI—edoxI”otentialsIforIwronV ulfurIqlustersWI
JournaleofetheeAmericaneChemicaleSocietyUI1994UI[[dUI[[fgfV[[g[b 16.4 272

42  olutionIstructureIofIcarbonmonoxyImyoglobinIdeterminedIfromInuclearImagneticIresonanceI
distanceIandIchemicalIshiftIconstraintsWIJournaleofeMoleculareBiologyUI1994UI]bbUI[faVge 6.5 97

41 UseIofIchemicalIshiftsIandIcouplingIconstantsIinInuclearImagneticIresonanceIstructuralIstudiesIonI
peptidesIandIproteinsWIMethodseineEnzymologyUI1994UI]agUIag]Vb[d 1.7 99

40  imulationsIofIpeptideIconformationalIdynamicsIandIthermodynamicsWIChemicaleReviewsUI1993UIgaUI]bfeV]cZ]68.1 205
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39 MolecularIdynamicsIanalysisIofIaIribonucleaseIqVpeptideIanalogueWIBiopolymersUI1993UIaaUI[cdeVfZ 2.2 22

38 rensityVtunctionalITheoryIofI pinI”olarizationIandI pinIqouplingIinIwronâ�� ulfurIqlustersWIAdvancese
ineInorganiceChemistryUI1992UIafUIb]aVbeZ 2.1 513

37 MolecularIdynamicsIanalysisIofINM—IrelaxationIinIaIzincVfingerIpeptideWIJournaleofetheeAmericane
ChemicaleSocietyUI1992UI[[bUIgZcgVgZde 16.4 112

36 UnfoldingIofIanIalphaVhelixIinIwaterWIBiopolymersUI1991UIa[UI[ac[Vd[ 2.2 130

35 vighVresolutionIsolutionIstructureIofIreducedItrenchIbeanIplastocyaninIandIcomparisonIwithItheI
crystalIstructureIofIpoplarIplastocyaninWIJournaleofeMoleculareBiologyUI1991UI]][UIcaaVcc 6.5 104

34 oInewIanalysisIofIprotonIchemicalIshiftsIinIproteinsWIJournaleofetheeAmericaneChemicaleSocietyUI1991UI
[[aUIgbadVgbbb 16.4 267

33 qomputationalImethodsIforIdeterminingIproteinIstructuresIfromINM—IdataWIBiochemicale
PharmacologyUI1990UIbZUI[cV]] 6 62

32 oIcombinedI]rVNM—IandImolecularIdynamicsIanalysisIofItheIstructureIofItheIactinomycinIrhI
dQoTuqoTR]IcomplexWIJournaleofeBiomoleculareStructureeandeDynamicsUI1989UIdUIg]gVdg 3.6 18

31 rynamicsIofIligandIescapeIfromItheIhemeIpocketIofImyoglobinWIJournaleofetheeAmericaneChemicale
SocietyUI1988UI[[ZUIedgZVedge 16.4 156

30 prokenIsymmetryIanalysisIofIspinIcouplingIinIironVsulfurIclustersWIJournaleofetheeAmericaneChemicale
SocietyUI1988UI[[ZUI[ZZ[V[ZZc 16.4 204

29 rynamicalIsimulationIofIrateIconstantsIinIproteinVligandIinteractionsWIProgresseineBiophysicseande
MoleculareBiologyUI1988UIc]UIagVeZ 4.7 13

28 onIallIatomIforceIfieldIforIsimulationsIofIproteinsIandInucleicIacidsWIJournaleofeComputationale
ChemistryUI1986UIeUI]aZV]c] 3.5 2957

27 rynamicIsimulationsIofIoxygenIbindingItoImyoglobinWIAnnalseofetheeNeweYorkeAcademyeofeSciencesUI
1986UIbf]UI]]]Vaa 6.5 25

26  pinVorbitIandIspinVpolarizationIeffectsIinIneptuniumIhexafluorideWIJournaleofeChemicalePhysicsUI
1985UIfaUIceg]Vcegd 3.9 38

25 ModelsIforIferredoxinshIelectronicIstructuresIofIironVsulfurIclustersIwithIoneUItwoUIandIfourIironI
atomsWIJournaleofetheeAmericaneChemicaleSocietyUI1985UI[ZeUIab[fVab]d 16.4 274

24 slectronicIstructuresIofIactiveIsiteImodelsIforIcompoundsIwIandIwwIofIperoxidaseWIJournaleofethee
AmericaneChemicaleSocietyUI1985UI[ZeUIbZ[aVbZ[c 16.4 11

23 —elativisticIscatteredIwaveIcalculationsIofIhexachloroVIandIhexabromoiridateIQwöRWIJournaleofe
ChemicalePhysicsUI1984UIf[UIbccbVbcda 3.9 18

22 —elativisticIeffectsIonImolecularIhyperfineIinteractionshIopplicationItoIytterbiumIfluoridesWIJournale
ofeChemicalePhysicsUI1984UIfZUIa]eZVa]ee 3.9 16
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21 —elativisticImolecularIorbitalItheoryIofIzeroVfieldIsplittingsIinItripletsWIChemicalePhysicseLettersUI1984
UI[ZgUIddVeZ 2.5 4

20 slectronicIstructureIofIoctachloroditungstateQwwRWIInorganiceChemistryUI1984UI]aUIa]e[Va]ea 5.1 9

19 oInewIforceIfieldIforImolecularImechanicalIsimulationIofInucleicIacidsIandIproteinsWIJournaleofethee
AmericaneChemicaleSocietyUI1984UI[ZdUIedcVefb 16.4 4364

18 α˛–ImultipleIscatteringIcalculationsIonIironQwwRIporphineWIJournaleofeChemicalePhysicsUI1983UIegUI]ff[V]fg] 3.9 42

17 —elativisticIeffectsIonImolecularIhyperfineIinteractionshIopplicationItoIαetIandIqs“WIJournaleofe
ChemicalePhysicsUI1983UIegUIbgagVbgbg 3.9 54

16 slectronicIstructureIcalculationsIonIactiveIsiteImodelsIforIbVteUbV IironVsulfurIproteinsWIJournaleofe
theeAmericaneChemicaleSocietyUI1982UI[ZbUIa]dgVa]eg 16.4 102
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