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80 µnvestigationsLofLtheLelectronic]molecularLstructureLofLbio]inorganicLsystemsLusingLmodernL
methodsLofLquantumLchemistryaLInorganicanChimicanActa[L2022[Lhfe[Ldeckel 2.7

79
zirst]PrinciplesLwalculationsLonLNi[ze]wontainingLwarbonLMonoxideLxehydrogenasesLRevealLμeyL
StereoelectronicLzeaturesLforLvindingLandLReleaseLofLwOLtobfromLtheLw]wlusteraLInorganicnChemistry
[L2021[Lic[Lflk]gce

5.1 8

78
TriironLclustersLderivedLfromLdinuclearLcomplexesLrelatedLtoLtheLactiveLsiteLofL[zeâ��ze]L
hydrogenasesnLstericLeffectLofLtheLdithiolateLbridgeLonLredoxLproperties[LaLxzTLanalysisaLInorganicn
ChemistrynFrontiers[L2021[Ll[Lfihm]fikg

6.8 0

77 QMbMMLstudyLofLtheLbindingLofL LtoLMowuLwOLdehydrogenasenLdevelopmentLandLapplicationsLofL
improvedL LvanLderLWaalsLparametersaLJournalnofnMolecularnModeling[L2021[Lek[Lil 2 2

76 TheLPhotochemistryLofLzeeTSewf iUTwOUiT´µ]wOULandLµtsLOxidizedLzorm[LTwoLSimpleL
[zeze]] ydrogenaseLwO]µnhibitedLModelsaLuLxzTLandLTxxzTLµnvestigationaLInorganics[L2021[Lm[Ldi 2.9 1

75 TheLlargeLsubunitLofLtheLregulatoryL[Nize]]hydrogenaseLfromL]LaLminimalLhydrogenasesaLChemicaln
Science[L2020[Ldd[Lhghf]hgih 9.4 13

74 watalyticL eLevolutionboxidationLinL[zeze]]hydrogenaseLbiomimeticsnLaccountLfromLxzTLonLtheL
interplayLofLrelatedLissuesLandLproposedLsolutionsaLNewnJournalnofnChemistry[L2020[Lgg[Ldkhmi]dkidh 3.6 5

73 xynamicalLvehaviorLandLwonformationalLSelectionLMechanismLofLtheLµntrinsicallyLxisorderedLSicdL
μinase]µnhibitorLxomainaLLife[L2020[Ldc[L 3 1

72 RationalLxesignLofLzeLT˛…]PRLULTσULwoordinationLwompoundsLzeaturingLTailoredLPotentialLµnversionaL
ChemPhysChem[L2020[Led[Leekm]eeme 3.2 6

71 uLthiocarbonateLsinkLonLtheLenzymaticLenergyLlandscapeLofLaerobicLwOLoxidationsLunswersLfromL
xzTLandLQMbMMLmodelsLofLMowuLwO]dehydrogenasesaLJournalnofnCatalysis[L2019[Lfke[Lecd]ech 7.3 5

70
RoleLofLtheLcarbonLdefectsLinLtheLcatalyticLoxygenLreductionLbyLgraphiteLnanoparticlesnLaL
spectromagnetic[LelectrochemicalLandLcomputationalLintegratedLapproachaLPhysicalnChemistryn
ChemicalnPhysics[L2019[Led[Liced]icfe

3.6 16

69 ProtonationLandLelectrochemicalLpropertiesLofLaLbisphosphideLdiironLhexacarbonylLcomplexL
bearingLaminoLgroupsLonLtheLphosphideLbridgeaLDaltonnTransactions[L2019[Lgl[Ldihmh]diicf 4.3 5

68 TheoreticalLµnsightsLintoLtheLuerobicL ydrogenaseLuctivityLofLMolybdenumâ��wopperLwOL
xehydrogenaseaLInorganics[L2019[Lk[Ldfh 2.9 1

67 ReactivationLofLtheLReadyLandLUnreadyLOxidizedLStatesLofL[Nize]] ydrogenasesnLMechanisticL
µnsightsLfromLxzTLwalculationsaLInorganicnChemistry[L2019[Lhl[Lekm]emf 5.1 13

66
 LuctivationLinL[zeze]] ydrogenaseLwofactorLVersusLxiironLxithiolateLModelsnLzactorsLUnderlyingL
theLwatalyticLSuccessLofLNatureLandLµmplicationsLforLanLµmprovedLviomimicryaLChemistryn-nAn
EuropeannJournal[L2019[Leh[Ldeek]degd

4.8 12

65 TheoreticalLinvestigationLofLaerobicLandLanaerobicLoxidativeLinactivationLofLtheL[Nize]]hydrogenaseL
activeLsiteaLPhysicalnChemistrynChemicalnPhysics[L2018[Lec[Ldimf]dkci 3.6 10

64 µnteractionLofLtheL ]wlusterLofLzezeL ydrogenaseLwithL alidesaLJournalnofnthenAmericannChemicaln
Society[L2018[Ldgc[Lhglh]hgme 16.4 14
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63 TheLwhallengingLxescriptionLofLwarbonLMonoxideLOxidationLasLwatalyzedLbyLMolybdenum]wopperL
wOLxehydrogenaseaLFrontiersninnChemistry[L2018[Li[Lifc 5 3

62
OrganophosphorousLligandsLinLhydrogenase]inspiredLiron]basedLcatalystsnLuLxzTLstudyLonLtheL
energeticsLofLmetalLprotonationLasLaLfunctionLofLP]atomLsubstitutionaLJournalnofnPhysicalnOrganicn
Chemistry[L2018[Lfd[Lefkgl

2.1 3

61 TargetingLumyloidLuggregationnLunLOverviewLofLStrategiesLandLMechanismsaLInternationalnJournaln
ofnMolecularnSciences[L2018[Ldm[L 6.3 63

60 yxperimentalLandLTheoreticalLµnvestigationLonLtheLwatalyticL–enerationLofLynvironmentallyL
PersistentLzreeLRadicalsLfromLvenzeneaLJournalnofnPhysicalnChemistrynC[L2017[Lded[Lmfld]mfmf 3.8 24

59 TheoreticalLandLexperimentalLinvestigationLofLUVâ��VisLabsorptionLspectrumLinLaLyuTfWULbasedL
complexLforLluminescentLdownshiftingLapplicationsaLTheoreticalnChemistrynAccounts[L2017[Ldfi[Ld 1.9 1

58 TemperatureLxependenceLofLtheLwatalyticLTwo]LversusLzour]ylectronLReductionLofLxioxygenLbyLaL
 exanuclearLwobaltLwomplexaLJournalnofnthenAmericannChemicalnSociety[L2017[Ldfm[Ldhcff]dhcge 16.4 28

57 TheoreticalLinsightsLintoL[Nize]]hydrogenasesLoxidationLresultingLinLaLslowlyLreactivatingLinactiveL
stateaLJournalnofnBiologicalnInorganicnChemistry[L2017[Lee[Ldfk]dhd 3.7 9

56 uLtheoreticalLstudyLonLtheLreactivityLofLtheLMobwu]containingLcarbonLmonoxideLdehydrogenaseL
withLdihydrogenaLProteinnEngineering,nDesignnandnSelection[L2017[Lfc[Ldik]dke 1.9 5

55 ReactivityLofLtheLyxcitedLStatesLofLtheL ]wlusterLofLzezeL ydrogenasesaLJournalnofnthenAmericann
ChemicalnSociety[L2016[Ldfl[Ldfide]dfidl 16.4 21

54 womputationalLµnsightLonLwOeLzixationLtoLProduceLStyreneLwarbonateLussistedLbyLaLSingle]wenterL
uluminumTµµµULwatalystLandLQuaternaryLummoniumLSaltsaLChemCatChem[L2016[Ll[Lddik]ddkh 5.2 17

53 µnfluenceLofLkeyLaminoLacidLmutationLonLtheLactiveLsiteLstructureLandLonLfoldingLinLacetyl]wouL
synthasenLaLtheoreticalLperspectiveaLChemicalnCommunications[L2015[Lhd[Llhhd]g 5.8 4

52 TxxzTLmodelingLofLtheLwO]photolysisLofLzeeTSewf iUTwOUi[LaLmodelLofLtheL[zeze]]hydrogenaseL
catalyticLsiteaLInternationalnJournalnofnQuantumnChemistry[L2014[Lddg[Llhd]lid 2.1 9

51 uLconservedLloopLinLpolynucleotideLphosphorylaseLTPNPaseULessentialLforLbothLRNuLandL
uxPbphosphateLbindingaLBiochimie[L2014[Lmk[Lgm]hm 4.6 9

50 womputationalLµnvestigationLonLtheLSpectroscopicLPropertiesLofLThiopheneLvasedLyuropiumL
˛†]xiketonateLwomplexesaLJournalnofnChemicalnTheorynandnComputation[L2014[Ldc[Lkik]kk 6.4 19

49 RedoxLnon]innocenceLofLaLN]heterocyclicLnitreniumLcationLboundLtoLaLnickel]cyclamLcoreaLJournalnofn
thenAmericannChemicalnSociety[L2014[Ldfi[Lhle]h 16.4 23

48 µnvestigationsLonLtheLroleLofLproton]coupledLelectronLtransferLinLhydrogenLactivationLbyL
[zeze]]hydrogenaseaLJournalnofnthenAmericannChemicalnSociety[L2014[Ldfi[Ldhfmg]gce 16.4 86

47 wombiningLexperimentalLandLtheoreticalLmethodsLtoLlearnLaboutLtheLreactivityLofLgas]processingL
metalloenzymesaLEnergynandnEnvironmentalnScience[L2014[Lk[Lfhgf]fhkf 35.4 33

46 xzTLµnvestigationLofLModelsLRelatedLtoLtheLuctiveLSiteofL ydrogenasesL2014[Ldfk]dic 0
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45 TheLoxidativeLinactivationLofLzezeLhydrogenaseLrevealsLtheLflexibilityLofLtheL ]clusteraLNaturen
Chemistry[L2014[Li[Lffi]ge 17.6 75

44
TowardsLbiomimeticLmodelsLofLtheLreducedL[zeze]]hydrogenaseLthatLpreserveLtheLkeyLstructuralL
featuresLofLtheLenzymeLactiveLsiteoLaLxzTLinvestigationaLInternationalnJournalnofnHydrogennEnergy[L
2014[Lfm[Ldlhih]dlhkf

6.7 10

43 NewLSystematicLRouteLtoLMixed]ValenceLTriironLwlustersLxerivedLfromLxinuclearLModelsLofLtheL
uctiveLSiteLofL[zeâ��ze]] ydrogenasesaLOrganometallics[L2014[Lff[Liemc]iemf 3.8 8

42 QuantumLmechanicalLmethodsLforLtheLinvestigationLofLmetalloproteinsLandLrelatedLbioinorganicL
compoundsaLMethodsninnMolecularnBiology[L2014[Lddee[Leck]il 1.4 2

41  eLbindingLandLsplittingLonLaLnew]generationL[zeze]]hydrogenaseLmodelLfeaturingLaLredox]activeL
decamethylferrocenylLphosphineLligandnLaLtheoreticalLinvestigationaLInorganicnChemistry[L2013[Lhe[Ldmcd]l5.1 26

40 TowardsL[Nize]]hydrogenaseLbiomimeticLmodelsLthatLcoupleL eLbindingLwithLfunctionallyLrelevantL
intramolecularLelectronLtransfersnLaLquantumLchemicalLstudyaLDaltonnTransactions[L2013[Lge[Ldflgh]hg 4.3 7

39 uccessLtoLaLwuTµµU]O]wuTµµULmotifnLspectroscopicLproperties[LsolutionLstructure[LandLreactivityaLJournaln
ofnthenAmericannChemicalnSociety[L2013[Ldfh[Ldidgl]ic 16.4 42

38
xoesLtheLenvironmentLaroundLtheL ]clusterLallowLcoordinationLofLtheLpendantLamineLtoLtheL
catalyticLironLcenterLinL[zeze]´ hydrogenasessLunswersLfromLtheoryaLJournalnofnBiologicalnInorganicn
Chemistry[L2013[Ldl[Limf]kcc

3.7 11

37 NewLzeTµUL]zeTµULcomplexLfeaturingLaLrotatedLconformationLrelatedLtoLtheL[eLze]T ULsubsiteLofL[ze]ze]L
hydrogenaseaLChemistryn-nAnEuropeannJournal[L2013[Ldm[Ldhghl]id 4.8 49

36 RegulationLofLhSosdLactivityLisLaLsystem]levelLpropertyLgeneratedLbyLitsLmulti]domainLstructureaL
BiotechnologynAdvances[L2012[Lfc[Ldhg]il 17.8 7

35 σewisLacidLtrappingLofLanLelusiveLcopper]tosylnitreneLintermediateLusingLscandiumLtriflateaLJournaln
ofnthenAmericannChemicalnSociety[L2012[Ldfg[Ldgkdc]f 16.4 99

34 vσUzLhydrogenLnetworkLdynamicsLandLUVbVisLspectranLaLcombinedLmolecularLdynamicsLandL
quantumLchemicalLstudyaLJournalnofnComputationalnChemistry[L2012[Lff[Leeff]ge 3.5 11

33
SynthesisLandLSpectroscopicLwharacterisationLofLaL eterodinuclearLµronTµµµU]wopperTµµULwomplexL
vasedLonLanLusymmetricLxinucleatingLσigandLSystemaLEuropeannJournalnofnInorganicnChemistry[L2012
[Lecde[Lghih]ghim

2.3 8

32 wopperLcoordinationLtoLtheLputativeLcellLbindingLsiteLofLangiogeninnLaLxzTLinvestigationaLTheoreticaln
ChemistrynAccounts[L2012[Ldfd[Ld 1.9 8

31 wOLdisruptsLtheLreducedL ]clusterLofLzezeLhydrogenaseaLuLcombinedLxzTLandLproteinLfilmL
voltammetryLstudyaLJournalnofnthenAmericannChemicalnSociety[L2011[Ldff[Lecmi]m 16.4 58

30 uLtheoreticalLstudyLonLtheLenhancementLofLfunctionallyLrelevantLelectronLtransfersLinLbiomimeticL
modelsLofL[zeze]]hydrogenasesaLInorganicnChemistry[L2011[Lhc[Limlk]mh 5.1 29

29
MagneticLPropertiesLofL[zeze]] ydrogenasesnLuLTheoreticalLµnvestigationLvasedLonLyxtendedLQML
andLQMbMMLModelsLofLtheL ]wlusterLandLµtsLSurroundingsaLEuropeannJournalnofnInorganicnChemistry[L
2011[Lecdd[Ldcgf]dcgm

2.3 20

28
ProbingLtheLeffectsLofLone]electronLreductionLandLprotonationLonLtheLelectronicLpropertiesLofLtheL
ze]SLclustersLinLtheLactive]readyLformLofL[zeze]]hydrogenasesaLuLQMbMMLinvestigationaL
ChemPhysChem[L2011[Lde[Lffki]le

3.2 10
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27 µsocyanideLinLbiochemistrysLuLtheoreticalLinvestigationLofLtheLelectronicLeffectsLandLenergeticsLofL
cyanideLligandLprotonationLinL[zeze]]hydrogenasesaLChemistryn-nAnEuropeannJournal[L2011[Ldk[Ldmhg]ih 4.8 16

26 TargetingLintermediatesLofL[zeze]]hydrogenaseLbyLwOLandLwNLvibrationalLsignaturesaLInorganicn
Chemistry[L2011[Lhc[Lflll]mcc 5.1 48

25 MechanisticLandLphysiologicalLimplicationsLofLtheLinterplayLamongLiron]sulfurLclustersLinL
[zeze]]hydrogenasesaLuLQMbMMLperspectiveaLJournalnofnthenAmericannChemicalnSociety[L2011[Ldff[Ldlkge]m16.4 36

24 wOLuffinityLandLvondingLPropertiesLofL[zeze]L ydrogenaseLuctiveLSiteLModelsaLuLxzTLStudyaL
Organometallics[L2010[Lem[Lecdf]eceh 3.8 27

23 QuantumLrefinementLofL[zeze]LhydrogenaseLindicatesLaLdithiomethylamineLligandaLJournalnofnthen
AmericannChemicalnSociety[L2010[Ldfe[Lghde]f 16.4 70

22 zunctionallyLrelevantLinterplayLbetweenLtheLzeTgUSTgULclusterLandLwNT]ULligandsLinLtheLactiveLsiteLofL
[zeze]]hydrogenasesaLJournalnofnthenAmericannChemicalnSociety[L2010[Ldfe[Lgmme]f 16.4 31

21
ylectrocatalyticLdihydrogenLevolutionLmechanismLofL
[zeeTwOUgTkappaTeU]PhePw ew ePPheUTmu]STw eUfSU]LandLrelatedLmodelsLofLtheL
[zeze]]hydrogenasesLactiveLsitenLaLxzTLinvestigationaLDaltonnTransactions[L2010[Lfm[Lkfec]m

4.3 26

20
zastLgenerationLofLbroken]symmetryLstatesLinLaLlargeLsystemLincludingLmultipleLironâ��sulfurL
assembliesnLµnvestigationLofLQMbMMLenergies[LclustersLcharges[LandLspinLpopulationsaLInternationaln
JournalnofnQuantumnChemistry[L2010[Lddd[Lnba]nba

2.1 17

19
µnfluenceLofLtheL[eze] LSubclusterLynvironmentLonLtheLPropertiesLofLμeyLµntermediatesLinLtheL
watalyticLwycleLofL[zeze]L ydrogenasesnL intsLforLtheLRationalLxesignLofLSyntheticLwatalystsaL
AngewandtenChemie[L2009[Lded[Lfhhh]fhhl

3.6 7

18
µnfluenceLofLtheL[eze] LsubclusterLenvironmentLonLtheLpropertiesLofLkeyLintermediatesLinLtheL
catalyticLcycleLofL[zeze]LhydrogenasesnLhintsLforLtheLrationalLdesignLofLsyntheticLcatalystsaL
AngewandtenChemien-nInternationalnEdition[L2009[Lgl[Lfhcf]i

16.4 79

17 RelationLbetweenLcoordinationLgeometryLandLstereoelectronicLpropertiesLinLxzTLmodelsLofLtheL
wO]inhibitedL[zeze]]hydrogenaseLcofactoraLJournalnofnOrganometallicnChemistry[L2009[Limg[Lelgi]elhf 2.3 5

16 OpticalLandLstructuralLpropertiesLofLcopper]oxytocinLdicationsLinLtheLgasLphaseaLJournalnofnPhysicaln
ChemistrynB[L2009[Lddf[Lddemf]fcc 3.4 28

15
xzTbTxxzTLexplorationLofLtheLpotentialLenergyLsurfacesLofLtheLgroundLstateLandLexcitedLstatesLofL
zeeTSewf iUTwOUinLaLsimpleLfunctionalLmodelLofLtheL[zeze]LhydrogenaseLactiveLsiteaLJournalnofn
PhysicalnChemistrynA[L2009[Lddf[Lhihk]kc

2.8 29

14  ydrogenasesnLTheoreticalLµnvestigationsLTowardsLvioinspiredL eLProductionLandLuctivationL2009[L 1

13 StructuralLandLelectronicLpropertiesLofLtheL[zeze]LhydrogenaseL ]clusterLinLdifferentLredoxLandL
protonationLstatesaLuLxzTLinvestigationaLInorganicnChemistry[L2008[Lgk[Lichi]kd 5.1 54

12 uLxzTLinvestigationLonLstructuralLandLredoxLpropertiesLofLaLsyntheticLzeiSiLassemblyLcloselyL
relatedLtoLtheL[zeze]]hydrogenasesLactiveLsiteaLComptesnRendusnChimie[L2008[Ldd[Llfg]lgd 2.7 13

11
µnsightsLintoLtheLmechanismLofLelectrocatalyticLhydrogenLevolutionLmediatedLbyL
zeeTSewf iUTwOUinLtheLsimplestLfunctionalLmodelLofLtheLze]hydrogenaseLactiveLsiteaLInorganicn
Chemistry[L2007[Lgi[Ldcl]di

5.1 77

10 uLQMbMMLinvestigationLofLtheLactivationLandLcatalyticLmechanismLofLze]onlyLhydrogenasesaL
InorganicnChemistry[L2007[Lgi[Lhmdd]ed 5.1 109
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9 StructuralLinsightsLintoLtheLactive]readyLformLofL[zeze]]hydrogenaseLandLmechanisticLdetailsLofLitsL
inhibitionLbyLcarbonLmonoxideaLInorganicnChemistry[L2007[Lgi[Lkehi]l 5.1 42

8
MechanisticLunalysisLofLNucleophilicLSubstratesLOxidationLbyLzunctionalLModelsLofL
Vanadium]xependentL aloperoxidasesnLuLxensityLzunctionalLTheoryLStudyaLEuropeannJournalnofn
InorganicnChemistry[L2007[Lecck[Lhdh]hef

2.3 35

7
µnfluenceLofLaLσargeLˇ�]xonorLσigandLonLStructuralLandLwatalyticLPropertiesLofLxi]µronLwompoundsL
RelatedLtoLtheLuctiveLSiteLofLze] ydrogenaseLâ��LuLxzTLµnvestigationaLEuropeannJournalnofnInorganicn
Chemistry[L2007[Lecck[Ldlfh]dlgf

2.3 15

6 –eneticLanalysisLofLpolynucleotideLphosphorylaseLstructureLandLfunctionsaLBiochimie[L2007[Llm[Ldgh]hk 4.6 44

5 QuantumLwhemicalLµnvestigationsLofLReactionLPathsLofLMetalloenzymesLandLviomimeticLModelsLâ��L
TheL ydrogenaseLyxampleaLTopicsninnCurrentnChemistry[L2006[Ld]gi 7

4 Time]dependentLdensityLfunctionalLtheoryLstudyLofLzeeTwOUmLlow]lyingLelectronicLexcitedLstatesaL
JournalnofnPhysicalnChemistrynA[L2006[Lddc[Ldemcc]k 2.8 14

3 ProtonLreductionLandLdihydrogenLoxidationLonLmodelsLofLtheL[eze] LclusterLofL[ze]LhydrogenasesaL
uLdensityLfunctionalLtheoryLinvestigationaLInorganicnChemistry[L2006[Lgh[Lgdcm]dl 5.1 75

2 µnLsilicoLfunctionalLcharacterizationLofLaLdoubleLhistoneLfoldLdomainLfromLtheL eliothisLzeaLvirusLdaL
BMCnBioinformatics[L2005[LiLSupplLg[LSdh 3.6 5

1 µdentificationLandLinLsilicoLanalysisLofLaLnewLgroupLofLdouble]histoneLfold]containingLproteinsaL
JournalnofnMolecularnModeling[L2005[Lde[Lki]lg 2 3
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