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k Paper IF Citations

126 StereoelectronicHeffectsHinHstabilizingHproteinVNVglycanHinteractionsHrevealedHbyHexperimentHandH
machineHlearningWHNatureqChemistryUH2021UH[aUHbfZVbfe 17.6 3

125 SulfurH[u]uluorideHtxchangeHrlickHrhemistryHtnabledHUltrafastH–ateVStageHαadiosynthesisWHJournalqofq
theqAmericanqChemicalqSocietyUH2021UH[baUHaecaVaeda 16.4 24

124 pHWaterH—oleculeHαesidingHinHtheHue´•´•´•ruHsinuclearHrenterHofHtheHαestingH·xidizedHasVxsolatedH
rytochromeH·xidasehHpHsensityHuunctionalHStudyWHInorganicqChemistryUH2020UHcgUHfgZdVfg[c 5.1 6

123
roupledHtransportHofHelectronsHandHprotonsHinHaHbacterialHcytochromeHoxidaseVsuTHcalculatedH
propertiesHcomparedHtoHstructuresHandHspectroscopiesWHPhysicalqChemistryqChemicalqPhysicsUH2020UH
]]UH]ddc]V]dddf

3.6 4

122 suTHueV·X·V·HVibrationalHurequencyHralculationsHoverHratalyticHαeactionHrycleHStatesHinHtheH
sinuclearHrenterHofHrytochromeH·xidaseWHInorganicqChemistryUH2019UHcfUH[agaaV[agbb 5.1 7

121 TheHcytochromeHbHlysineHa]gHresidueHisHcriticalHforHubihydroquinoneHoxidationHandHprotonHreleaseHatH
theH−HsiteHofHbacterialHcytochromeHbcWHBiochimicaqEtqBiophysicaqActaq-qBioenergeticsUH2019UH[fdZUH[deV[eg 4.6 1

120 pHWaterHsimerHShiftHpctivatesHaHörotonHöumpingHöathwayHinHtheHöHVmHuHTransitionHofHbaHrytochromeHcH
·xidaseWHInorganicqChemistryUH2018UHceUH[ZbfV[Zcg 5.1 7

119 WaterHexitHpathwaysHandHprotonHpumpingHmechanismHinHqVtypeHcytochromeHcHoxidaseHfromH
molecularHdynamicsHsimulationsWHBiochimicaqEtqBiophysicaqActaq-qBioenergeticsUH2016UH[fceUH[cgbV[dZd 4.6 12

118 TheH—ˆ¶ssbauerHöarametersHofHtheHöroximalHrlusterHofH—embraneVqoundHwydrogenaseHαevisitedhHpH
sensityHuunctionalHTheoryHStudyWHJournalqofqChemicalqTheoryqandqComputationUH2016UH[]UH[ebVfe 6.4 10

117 —etalloproteinshH—appingHelusiveHelectronHdensityWHNatureqChemicalqBiologyUH2016UH[]UHag[V] 11.7 4

116
pHbrokenVsymmetryHdensityHfunctionalHstudyHofHstructuresUHenergiesUHandHprotonationHstatesHalongH
theHcatalyticH·V·HbondHcleavageHpathwayHinHbaaHcytochromeHcHoxidaseHfromHThermusHthermophilusWH
PhysicalqChemistryqChemicalqPhysicsUH2016UH[fUH][[d]Ve[

3.6 18

115 sataHforHmolecularHdynamicsHsimulationsHofHqVtypeHcytochromeHcHoxidaseHwithHtheHpmberHforceH
fieldWHDataqinqBriefUH2016UHfUH[]ZgV[b 1.2 8

114 qrokenVSymmetryHsuTHromputationsHforHtheHαeactionHöathwayHofHxspwUHanHxronVSulfurHtnzymeHinH
öathogenicHqacteriaWHInorganicqChemistryUH2015UHcbUHdbagVd[ 5.1 11

113
qrokenHSymmetryHsuTHralculationsXpnalysisHforH·xidizedHandHαeducedHsinuclearHrenterHinH
rytochromeHcH·xidasehHαelatingHStructuresUHörotonationHStatesUHtnergiesUHandH—ˆ¶ssbauerH
öropertiesHinHbaaHThermusHthermophilusWHInorganicqChemistryUH2015UHcbUHe]e]VgZ

5.1 17

112 tlectronicHStructureUHqondingUHSpinHrouplingUHandHtnergeticsHofHöolynuclearHxronâ��SulfurHrlustersHâ��HpH
qrokenHSymmetryHsensityHuunctionalHTheoryHöerspectiveH2015UH]geVa]c 2

111 pHfluorogenicHarylHfluorosulfateHforHintraorganellarHtransthyretinHimagingHinHlivingHcellsHandHinH
raenorhabditisHelegansWHJournalqofqtheqAmericanqChemicalqSocietyUH2015UH[aeUHebZbV[b 16.4 65

110 tXpuSHsimulationHrefinementHbasedHonHbrokenVsymmetryHsuTHgeometriesHforHtheH—nQxVRVueQxxxRH
centerHofHclassHxHαNαHfromHrhlamydiaHtrachomatisWHDaltonqTransactionsUH2014UHbaUHcedVfa 4.3 3
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109
–inkingHchemicalHelectronVprotonHtransferHtoHprotonHpumpingHinHcytochromeHcHoxidasehH
brokenVsymmetryHsuTHexplorationHofHintermediatesHalongHtheHcatalyticHreactionHpathwayHofHtheH
ironVcopperHdinuclearHcomplexWHInorganicqChemistryUH2014UHcaUHdbcfVe]

5.1 30

108
UseHofHqrokenVSymmetryHsensityHuunctionalHTheoryHToHrharacterizeHtheHxspwH·xidizedHStatehH
xmplicationsHforHxspwH—echanismHandHxnhibitionWHJournalqofqChemicalqTheoryqandqComputationUH2014UH
[ZUHafe[Vaffb

6.4 13

107 sensityHfunctionalHstudyHforHtheHbridgedHdinuclearHcenterHbasedHonHaHhighVresolutionHXVrayHcrystalH
structureHofHbaaHcytochromeHcHoxidaseHfromHThermusHthermophilusWHInorganicqChemistryUH2013UHc]UH[bZe]Vff5.1 19

106 —odelingHtheH—oueHnitrogenaseHsystemHwithHbrokenHsymmetryHdensityHfunctionalHtheoryWHMethodsq
inqMolecularqBiologyUH2011UHeddUH]gaVa[] 1.4 15

105
ralibrationHofHsuTHuunctionalsHforHtheHöredictionHofHueH—ˆ¶ssbauerHSpectralHöarametersHinH
xronVNitrosylHandHxronVSulfurHromplexeshHpccurateHveometriesHöroveHtssentialWHJournalqofqChemicalq
TheoryqandqComputationUH2011UHeUHa]a]Va]be

6.4 59

104
veometricHandHelectrostaticHstudyHofHtheH[bueVbS]HclusterHofHadenosineVcPVphosphosulfateHreductaseH
fromHbrokenHsymmetryHdensityHfunctionalHcalculationsHandHextendedHXVrayHabsorptionHfineH
structureHspectroscopyWHInorganicqChemistryUH2011UHcZUHdd[ZV]c

5.1 24

103
—ˆ¶ssbauerHpropertiesHofHtheHdiferricHclusterHandHtheHdifferentialHironQxxRVbindingHaffinityHofHtheHironH
sitesHinHproteinHα]HofHclassHxaHtscherichiaHcoliHribonucleotideHreductasehHaHsuTXelectrostaticsHstudyWH
DaltonqTransactionsUH2011UHbZUH[[[dbVec

4.3 10

102 rorrectionHtoHsensityHuunctionalHTheoryHralculationsHonH—oHssbauerHöarametersHofHNonhemeHxronH
NitrosylsWHInorganicqChemistryUH2011UHcZUHb]][Vb]][ 5.1 3

101 suTHcalculationsHforHintermediateHandHactiveHstatesHofHtheHdiironHcenterHwithHaHtryptophanHorH
tyrosineHradicalHinHtscherichiaHcoliHribonucleotideHreductaseWHInorganicqChemistryUH2011UHcZUH]aZ]V]Z 5.1 23

100
sensityHfunctionalHtheoryHanalysisHofHstructureUHenergeticsUHandHspectroscopyHforHtheH—nVueHactiveH
siteHofHrhlamydiaHtrachomatisHribonucleotideHreductaseHinHfourHoxidationHstatesWHInorganicq
ChemistryUH2010UHbgUHe]ddVf[

5.1 29

99
−uantumHclusterHsizeHandHsolventHpolarityHeffectsHonHtheHgeometriesHandH—ˆ¶ssbauerHpropertiesHofH
theHactiveHsiteHmodelHforHribonucleotideHreductaseHintermediateHXhHaHdensityHfunctionalHtheoryH
studyWHTheoreticalqChemistryqAccountsUH2010UH[]cUHaZcVa[e

1.9 21

98 SpinHcouplingHinHαoussinPsHredHandHblackHsaltsWHChemistryq-qAqEuropeanqJournalUH2010UH[dUH[ZageVbZf 4.8 31

97 sensityHfunctionalHtheoryHcalculationsHonH—ˆ¶ssbauerHparametersHofHnonhemeHironHnitrosylsWH
InorganicqChemistryUH2009UHbfUHg[ccVdc 5.1 51

96
suTHcalculationsHofHcomparativeHenergeticsHandHtNs·αX—ˆ¶ssbauerHpropertiesHforHtwoHprotonationH
statesHofHtheHironHdimerHclusterHofHribonucleotideHreductaseHintermediateHXWHDaltonqTransactionsUH
2009UHdZbcVce

4.3 24

95 qrokenHSymmetryHStatesHofHxronâ��SulfurHrlustersH2009UH 3

94 xronâ��SulfurHrlustershHöropertiesHandHuunctionsH2008UH[ 2

93
StructuralHmodelHstudiesHforHtheHperoxoHintermediateHöHandHtheHreactionHpathwayHfromHöVVm−HofH
methaneHmonooxygenaseHusingHbrokenVsymmetryHdensityHfunctionalHcalculationsWHInorganicq
ChemistryUH2008UHbeUH]gecVfd

5.1 52

92
TowardHaHchemicalHmechanismHofHprotonHpumpingHbyHtheHqVtypeHcytochromeHcHoxidaseshHapplicationH
ofHdensityHfunctionalHtheoryHtoHcytochromeHbaaHofHThermusHthermophilusWHJournalqofqtheqAmericanq
ChemicalqSocietyUH2008UH[aZUH[cZZ]V][

16.4 60

(2008-2014)
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91 –igandVboundHSHlH[X]Hue—oVcofactorHofHnitrogenasehHhyperfineHinteractionHanalysisHandHimplicationH
forHtheHcentralHligandHXHidentityWHInorganicqChemistryUH2008UHbeUHd[d]Ve] 5.1 51

90 StructuralH—odelHStudiesHforHtheHwighVValentHxntermediateH−HofH—ethaneH—onooxygenaseHfromH
qrokenVSymmetryHsensityHuunctionalHralculationsWHInorganicaqChimicaqActaUH2008UHad[UHgeaVgfd 2.7 55

89
TestingHifHtheHinterstitialHatomUHXUHofHtheHnitrogenaseHmolybdenumVironHcofactorHisHNHorHrhHtNs·αUH
tStt—UHandHsuTHstudiesHofHtheHSHlHaX]HrestingHstateHinHmultipleHenvironmentsWHInorganicqChemistryUH
2007UHbdUH[[baeVbg

5.1 77

88 txperimentalHandHsuTHstudieshHnovelHstructuralHmodificationsHgreatlyHenhanceHtheHsolventH
sensitivityHofHliveHcellHimagingHdyesWHJournalqofqPhysicalqChemistryqAUH2007UH[[[UH[ZfbgVdZ 2.8 20

87 SevenHcluesHtoHtheHoriginHandHstructureHofHclassVxHribonucleotideHreductaseHintermediateHXWHJournalq
ofqInorganicqBiochemistryUH2006UH[ZZUHee[Vg 4.2 28

86
suTHcalculationsHofHceueH—ˆ¶ssbauerHisomerHshiftsHandHquadrupoleHsplittingsHforHironHcomplexesHinH
polarHdielectricHmediahHapplicationsHtoHmethaneHmonooxygenaseHandHribonucleotideHreductaseWH
JournalqofqComputationalqChemistryUH2006UH]eUH[]g]VaZd

3.5 52

85
sensityHfunctionalHtheoryHstudyHofHueQxVRHdVdHopticalHtransitionsHinHactiveVsiteHmodelsHofHclassHxH
ribonucleotideHreductaseHintermediateHXHwithHverticalHselfVconsistentHreactionHfieldHmethodsWH
InorganicqChemistryUH2006UHbcUHfcaaVb]

5.1 26

84 StructureUHredoxUHpzaUHspinWHpHgoldenHtetradHforHunderstandingHmetalloenzymeHenergeticsHandH
reactionHpathwaysWHJournalqofqBiologicalqInorganicqChemistryUH2006UH[[UHdebVgb 3.7 80

83
pctiveHsiteHstructureHofHclassHxHribonucleotideHreductaseHintermediateHXhHaHdensityHfunctionalHtheoryH
analysisHofHstructureUHenergeticsUHandHspectroscopyWHJournalqofqtheqAmericanqChemicalqSocietyUH2005UH
[]eUH[ceefVgZ

16.4 62

82 ropperQxRVcatalyzedHsynthesisHofHazolesWHsuTHstudyHpredictsHunprecedentedHreactivityHandH
intermediatesWHJournalqofqtheqAmericanqChemicalqSocietyUH2005UH[]eUH][ZVd 16.4 1311

81
·nHtheHroleHofHtheHconservedHaspartateHinHtheHhydrolysisHofHtheHphosphocysteineHintermediateHofH
theHlowHmolecularHweightHtyrosineHphosphataseWHJournalqofqtheqAmericanqChemicalqSocietyUH2004UH
[]dUH[]deeVfb

16.4 19

80 NornicotineHaqueousHaldolHreactionshHsyntheticHandHtheoreticalHinvestigationsHintoHtheHoriginsHofH
catalysisWHJournalqofqOrganicqChemistryUH2004UHdgUHddZaVg 4.2 66

79 sensityHfunctionalHstudyHofHaHmicroV[U[VcarboxylateHbridgedHueQxxxRV·VueQxVRHmodelHcomplexWH]WH
romparisonHwithHribonucleotideHreductaseHintermediateHXWHInorganicqChemistryUH2004UHbaUHd[aV][ 5.1 21

78 −uantumHchemicalHstudiesHofHintermediatesHandHreactionHpathwaysHinHselectedHenzymesHandH
catalyticHsyntheticHsystemsWHChemicalqReviewsUH2004UH[ZbUHbcgVcZf 68.1 331

77 sensityHuunctionalHVerticalHSelfVronsistentHαeactionHuieldHTheoryHforHSolvatochromismHStudiesHofH
SolventVSensitiveHsyesWHJournalqofqPhysicalqChemistryqAUH2004UH[ZfUHacbcVaccc 2.8 38

76
ralculatingHtheHelectronHparamagneticHresonanceHparametersHofHexchangeHcoupledHtransitionHmetalH
complexesHusingHbrokenHsymmetryHdensityHfunctionalHtheoryhHapplicationHtoHaH—nxxxX—nxVHmodelH
compoundWHJournalqofqtheqAmericanqChemicalqSocietyUH2004UH[]dUH]d[aV]]

16.4 176

75 TemperatureVdependentHbehaviorHofHproteinVchromophoreHinteractionshHaHtheoreticalHstudyHofHaH
blueHfluorescentHantibodyWHChemPhysChemUH2003UHbUHfbfVcc 3.2 5

74 pHtheoreticalHstudyHofHtheHUVXvisibleHabsorptionHandHemissionHsolvatochromicHpropertiesHofH
solventVsensitiveHdyesWHChemPhysChemUH2003UHbUH[ZfbVgb 3.2 75
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73 sensityHfunctionalHandHreductionHpotentialHcalculationsHofHuebSbHclustersWHJournalqofqtheqAmericanq
ChemicalqSocietyUH2003UH[]cUH[g]aVad 16.4 189

72 TheHcircumsphereHasHaHtoolHtoHassessHdistortionHinH[bueVbS]HatomHclustersWHJournalqofqBiologicalq
InorganicqChemistryUH2003UHfUHc[gVc]d 3.7 18

71
StructuralUHspectroscopicUHandHredoxHconsequencesHofHaHcentralHligandHinHtheHue—ocoHofH
nitrogenasehHaHdensityHfunctionalHtheoreticalHstudyWHJournalqofqtheqAmericanqChemicalqSocietyUH2003UH
[]cUHfaeeVfa

16.4 133

70 pHdensityHfunctionalHevaluationHofHanHueQxxxRVueQxVRHmodelHdiironHclusterhHcomparisonsHwithH
ribonucleotideHreductaseHintermediateHXWHInorganicqChemistryUH2003UHb]UH]ec[Vf 5.1 37

69 sensityHfunctionalHtheoryHstudyHofHtheHintramolecularH[]HTHa]HcycloadditionHofHazideHtoHnitrilesWH
JournalqofqOrganicqChemistryUH2003UHdfUHgZedVfZ 4.2 33

68 öhotoisomerizationHandHprotonHtransferHinHphotoactiveHyellowHproteinWHJournalqofqtheqAmericanq
ChemicalqSocietyUH2003UH[]cUHf[fdVgb 16.4 54

67 TheoreticalHexaminationHofH—gQ]TRVmediatedHhydrolysisHofHaHphosphodiesterHlinkageHasHproposedH
forHtheHhammerheadHribozymeWHJournalqofqtheqAmericanqChemicalqSocietyUH2003UH[]cUHgfd[Ve 16.4 35

66
suTHcalculationsHofHisomerHshiftsHandHquadrupoleHsplittingHparametersHinHsyntheticHironVoxoH
complexeshHapplicationsHtoHmethaneHmonooxygenaseHandHribonucleotideHreductaseWHInorganicq
ChemistryUH2003UHb]UHc]bbVc[

5.1 40

65 WhyHisHtetrazoleHformationHbyHadditionHofHazideHtoHorganicHnitrilesHcatalyzedHbyHzincQxxRHsaltsnWH
JournalqofqtheqAmericanqChemicalqSocietyUH2003UH[]cUHggfaVe 16.4 305

64
SymmetryHandHbondingHinHmetalloporphyrinsWHpHmodernHimplementationHforHtheHbondingHanalysesH
ofHfiveVHandHsixVcoordinateHhighVspinHironQxxxRVporphyrinHcomplexesHthroughHdensityHfunctionalH
calculationHandHN—αHspectroscopyWHJournalqofqtheqAmericanqChemicalqSocietyUH2003UH[]cUHdeebVfa

16.4 70

63 sensityHfunctionalHstudiesHofHtheHgroundVHandHexcitedVstateHpotentialVenergyHcurvesHofHstilbeneH
cisVtransHisomerizationWHChemPhysChemUH2002UHaUH[deVef 3.2 65

62 xnsightsHintoHpropertiesHandHenergeticsHofHironVsulfurHproteinsHfromHsimpleHclustersHtoHnitrogenaseWH
CurrentqOpinionqinqChemicalqBiologyUH2002UHdUH]cgVea 9.7 117

61 sensityHfunctionalHcalculationHofHpHzQaRHvaluesHandHredoxHpotentialsHinHtheHbovineHαieskeHironVsulfurH
proteinWHJournalqofqBiologicalqInorganicqChemistryUH2002UHeUHda]Vg 3.7 103

60 ue—oHcofactorHofHnitrogenasehHenergeticsHandHlocalHinteractionsHinHtheHproteinHenvironmentWHJournalq
ofqBiologicalqInorganicqChemistryUH2002UHeUHeacVbg 3.7 40

59 sensityHfunctionalHandHelectrostaticsHstudyHofHoxidizedHandHreducedHribonucleotideHreductaseiH
comparisonsHwithHmethaneHmonooxygenaseWHJournalqofqBiologicalqInorganicqChemistryUH2002UHeUHeggVfZg 3.7 10

58 —echanismsHofHtetrazoleHformationHbyHadditionHofHazideHtoHnitrilesWHJournalqofqtheqAmericanqChemicalq
SocietyUH2002UH[]bUH[]][ZVd 16.4 273

57
pHstructuralHmodelHforHtheHhighVvalentHintermediateH−HofHmethaneHmonooxygenaseHfromH
brokenVsymmetryHdensityHfunctionalHandHelectrostaticsHcalculationsWHJournalqofqtheqAmericanq
ChemicalqSocietyUH2002UH[]bUHcfgZVb

16.4 74

56 sensityHfunctionalHstudyHofHtheHmechanismHofHaHtyrosineHphosphatasehHxWHxntermediateHformationWH
JournalqofqtheqAmericanqChemicalqSocietyUH2002UH[]bUH[Z]]cVac 16.4 41
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55 roupledHredoxHpotentialsHinHmanganeseHandHironHsuperoxideHdismutasesHfromHreactionHkineticsHandH
densityHfunctionalXelectrostaticsHcalculationsWHInorganicqChemistryUH2002UHb[UH]ZcV[f 5.1 64

54 qindingHmodesHforHtheHfirstHcoupledHelectronHandHprotonHadditionHtoHue—ocoHofHnitrogenaseWH
JournalqofqtheqAmericanqChemicalqSocietyUH2002UH[]bUHbcbdVe 16.4 40

53 —etalHsubstitutionHinHtheHactiveHsiteHofHnitrogenaseH—ueQeRSQgRHQ—HlH—oQbTRUHVQaTRUHueQaTRRWHInorganicq
ChemistryUH2002UHb[UHcebbVca 5.1 48

52 αelativeHpciditiesHofH·rthoVSubstitutedHöhenolsUHasH—odelsHforH—odifiedHTyrosinesHinHöroteinsWH
JournalqofqPhysicalqChemistryqAUH2002UH[ZdUHfeceVfed[ 2.8 40

51 —ultipleHreactiveHimmunizationHtowardsHtheHhydrolysisHofHorganophosphorusHnerveHagentshHhaptenH
designHandHsynthesisWHBioorganicqandqMedicinalqChemistryUH2001UHgUHa[fcVgc 3.4 8

50 ue—oHcofactorHofHnitrogenasehHaHdensityHfunctionalHstudyHofHstatesH—QNRUH—Q·XRUH—QαRUHandH—QxRWH
JournalqofqtheqAmericanqChemicalqSocietyUH2001UH[]aUH[]ag]Vb[Z 16.4 152

49 sensityHfunctionalHstudiesHofHoxidizedHandHreducedHmethaneHmonooxygenaseWH·ptimizedH
geometriesHandHexchangeHcouplingHofHactiveHsiteHclustersWHInorganicqChemistryUH2001UHbZUHc]c[Vdd 5.1 30

48 tnergeticsHofHoxidizedHandHreducedHmethaneHmonooxygenaseHactiveHsiteHclustersHinHtheHproteinH
environmentWHInorganicqChemistryUH2001UHbZUHc]deVef 5.1 25

47 —odernHromputationalHppproachesHtoH—odelingHöolynuclearHTransitionH—etalHromplexesH2000UH[gVbe 2

46 ruZnHSuperoxideHsismutaseHveometryH·ptimizationUHtnergeticsUHandHαedoxHöotentialHralculationsH
byHsensityHuunctionalHandHtlectrostaticH—ethodsWHInorganicqChemistryUH1999UHafUHgbZVgcZ 5.1 75

45 sensityHuunctionalHandHtlectrostaticHralculationsHofH—anganeseHSuperoxideHsismutaseHpctiveHSiteH
romplexesHinHöroteinHtnvironmentsWHInorganicqChemistryUH1999UHafUHg]gVgag 5.1 64

44
xncorporatingHöroteinHtnvironmentsHinHsensityHuunctionalHTheoryhHHpHSelfVronsistentHαeactionHuieldH
ralculationHofHαedoxHöotentialsHofH[]ue]S]HrlustersHinHuerredoxinHandHöhthalateHsioxygenaseH
αeductaseWHJournalqofqPhysicalqChemistryqAUH1998UH[Z]UHda[[Vda]b

2.8 112

43 tlectronicHStructureHralculationshHsensityHuunctionalH—ethodsHforHSpinHöolarizationUHrhargeH
TransferUHandHSolventHtffectsHinHTransitionH—etalHromplexesWHACSqSymposiumqSeriesUH1998UH[egV[gd 0.4 11

42 sensityHuunctionalHStudyHofHtheHValenceVTautomericHxnterconversionH–owVSpinH
[roxxxQS−RQratRQphenR]HnHwighVSpinH[roxxQS−R]QphenR]WHInorganicqChemistryUH1997UHadUHagddVagfb 5.1 132

41 sensityHuunctionalHStudyHonHtheHtlectronicHStructuresHofH—odelHöeroxidaseHrompoundsHxHandHxxWH
JournalqofqtheqAmericanqChemicalqSocietyUH1997UH[[gUH[[bb]V[[bc[ 16.4 88

40 sensityHuunctionalHralculationsHofHtlectronicHStructureUHrhargeHsistributionUHandHSpinHrouplingHinH
—anganeseV·xoHsimerHromplexesWHInorganicqChemistryUH1997UHadUH[[gfV[][e 5.1 94

39 ralculationHofHαedoxHöotentialsHandHpzaHValuesHofHwydratedHTransitionH—etalHrationsHbyHaH
rombinedHsensityHuunctionalHandHrontinuumHsielectricHTheoryWHInorganicqChemistryUH1996UHacUHbdgbVbeZ]5.1 215

38 sensityVuunctionalHandHtlectrostaticHralculationsHforHaH—odelHofHaH—anganeseHSuperoxideH
sismutaseHpctiveHSiteHinHpqueousHSolutionWHTheqJournalqofqPhysicalqChemistryUH1996UH[ZZUH[abgfV[acZc 42
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37 ValenceHelectronHdelocalizationHinHpolynuclearHironVsulfurHclustersWHJournalqofqBiologicalqInorganicq
ChemistryUH1996UH[UH[eeV[f] 3.7 49

36 UsingHantibodiesHtoHperturbHtheHcoordinationHsphereHofHaHtransitionHmetalHcomplexWHNatureUH1996UH
af]UHaagVb[ 50.4 24

35 sensityVfunctionalHcalculationsHofHspinHcouplingHinH[uebSb]aTHclustersWHInternationalqJournalqofq
QuantumqChemistryUH1995UHcdUHgcV[Z] 2.1 31

34 ·rbitalHinteractionsUHelectronHdelocalizationHandHspinHcouplingHinHironVsulfurHclustersWHCoordinationq
ChemistryqReviewsUH1995UH[bbUH[ggV]bb 23.2 683

33 SpinHsensitiesHandHSpinHrouplingHinHxronVSulfurHrlustershHpHNewHpnalysisHofHwyperfineHrouplingH
ronstantsWHInorganicqChemistryUH1995UHabUHbabeVbacg 5.1 131

32 xncorporatingHSolvationHtffectsHintoHsensityHuunctionalHtlectronicHStructureHralculationsWHTheq
JournalqofqPhysicalqChemistryUH1994UHgfUH[[ZcgV[[Zdf 158

31 sensityHuunctionalXöoissonVqoltzmannHralculationsHofHαedoxHöotentialsHforHxronVSulfurHrlustersWH
JournalqofqtheqAmericanqChemicalqSocietyUH1994UH[[dUH[[fgfV[[g[b 16.4 272

30 pnalysisHofHtheHceueHwyperfineHrouplingHronstantsHandHSpinHStatesHinHNitrogenaseHöVrlustersWH
InorganicqChemistryUH1994UHaaUHbf[gVbfaZ 5.1 51

29 sensityVuunctionalHTheoryHofHSpinHöolarizationHandHSpinHrouplingHinHxronâ��SulfurHrlustersWHAdvancesq
inqInorganicqChemistryUH1992UHafUHb]aVbeZ 2.1 513

28
–rp·HXWalphaWHcalculationHofHtheHmagneticHexchangeHinteractionsHinHaHmanganeseH—nxV—naxxxH
cubaneHcomplexhHrelevanceHtoHtheHwaterHoxidationHcenterHofHphotosystemHxxWHJournalqofqtheqAmericanq
ChemicalqSocietyUH1992UH[[bUHd[ZgVd[[g

16.4 48

27 ueQr·RbXXXHradicalHanionhHtheoreticalHstudyHofHtheHelectronicHstructureHandHmagneticHpropertiesWH
ComputationalqandqTheoreticalqChemistryUH1991UH]]dUH]c[V]da 3

26
txchangeHcouplingHandHresonanceHdelocalizationHinHreducedHironVsulfurH[uebSb]THandHironVseleniumH
[uebSeb]THclustersWH]WHpHgeneralizedHnonlinearHmodelHforHspinVstateHenergiesHandHtöαHandHhyperfineH
propertiesWHInorganicqChemistryUH1991UHaZUH]cdV]db

5.1 64

25
txchangeHcouplingHandHresonanceHdelocalizationHinHreducedHironVsulfurH[uebSb]THandHironVseleniumH
[uebSeb]THclustersWH[WHqasicHtheoryHofHspinVstateHenergiesHandHtöαHandHhyperfineHpropertiesWH
InorganicqChemistryUH1991UHaZUH]bdV]cd

5.1 77

24 –ocalHsensityHuunctionalHppproachesHtoHSpinHrouplingHinHTransitionH—etalHrlustersH1991UH[ZgV[]a 1

23 —agneticHstudiesHofHtheHhighVpotentialHproteinHmodelH[uebSbQSV]UbUdVQisoVörRardw]Rb]VHinHtheH
[uebSb]aTHoxidizedHstateWHInorganicqChemistryUH1990UH]gUHb]ffVb]g] 5.1 51
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