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k Paper IF Citations

271
qlusterG†odelG–tudyGintoGtheGqatalyticG†echanismGofG˛–TyetoglutarateGpiodegradationGbyGtheG
sthyleneTtormingGsnzymeG•evealsG–tructuralGrifferencesGwithG‘onhemeGwronGvydroxylasesUGACSm
CatalysisSG2022SGXYSGZfYZTZfZd

13.1 0

270 †echanismGofGsubstrateGinhibitionGinGcytochromeTcGdependentG‘OGreductasesGfromGdenitrifyingG
bacteriaGOc‘O•sPUUGJournalmofmInorganicmBiochemistrySG2022SGYZXSGXXXdeX 4.2 1

269 slectrostaticGperturbationsGinGtheGsubstrateTbindingGpocketGofGtaurineV˛–TketoglutarateGdioxygenaseG
determineGitsGselectivityUUGChemistrym-mAmEuropeanmJournalSG2021SG 4.8 2

268 †echanismGofGOxidativeG•ingTqlosureGasG“artGofGtheGvygromycinGpiosynthesisG–tepGbyGaG‘onhemeG
wronGrioxygenaseUGChemCatChemSG2021SGXZSGZWbaTZWcc 5.2 6

267 oG‘oncanonicalGTryptophanGonalogueG•evealsGanGoctiveG–iteGvydrogenGpondGqontrollingGterrylG
•eactivityGinGaGvemeG“eroxidaseUGJacsmAuSG2021SGXSGfXZTfXe 1

266 –ubstrateGsulfoxidationGbyGaGbiomimeticGcytochromeG“abWGqompoundGwGmimicgGvowGdoGporphyrinG
andGphthalocyanineGequatorialGligandsGcomparemUGJournalmofmChemicalmSciencesSG2021SGXZZSGX 1.8 1

265
slectrostaticG“erturbationsGfromGtheG“roteinGoffectGqTvGpondG–trengthsGofGtheG–ubstrateGandG
snableG‘egativeGqatalysisGinGtheGTmpoGpiosynthesisGsnzymeUGChemistrym-mAmEuropeanmJournalSG2021SG
YdSGeebXTeeca

4.8 8

264 pvGqhangesGThatGwnduceGanGoxialGzigandGsffectGonG‘onhemeGwronOwVPGOxoGqomplexesGwithGanG
oppendedGominopropylGtunctionalityUGInorganicmChemistrySG2021SGcWSGXZeYXTXZeZY 5.1

263 snergyTentropyGmethodGusingGmultiscaleGcellGcorrelationGtoGcalculateGbindingGfreeGenergiesGinGtheG
–o†“zeGhostTguestGchallengeUGJournalmofmComputer-AidedmMolecularmDesignSG2021SGZbSGfXXTfYX 4.2 3

262 oGcomprehensiveGinsightGintoGaldehydeGdeformylationgGmechanisticGimplicationsGfromGbiologyGandG
chemistryUGOrganicmandmBiomolecularmChemistrySG2021SGXfSGXedfTXeff 3.9 9

261 αhatGreterminesGtheG–electivityGofGorginineGrihydroxylationGbyGtheG‘onhemeGwronGsnzymeGOrf“mUG
Chemistrym-mAmEuropeanmJournalSG2021SGYdSGXdfbTXeWf 4.8 14

260 TheoreticalGstudiesGunveilGtheGunusualGbondingGinGoxygenationGreactionsGinvolvingG
cobaltOiiPTiodylareneGcomplexesUGChemicalmCommunicationsSG2021SGbdSGZXXbTZXXe 5.8 1

259
vowGroGslectrostaticG“erturbationsGofGtheG“roteinGoffectGtheGpifurcationG“athwaysGofG–ubstrateG
vydroxylationGversusGresaturationGinGtheG‘onhemeGwronTrependentGViomycinGpiosynthesisG
snzymemUGJournalmofmPhysicalmChemistrymASG2021SGXYbSGXdYWTXdZd

2.8 13

258 ulutarateGvydroxylationGbyGtheGqarbonG–tarvationTwnducedG“roteinGrgGoGqomputationalG–tudyGintoG
theG–tereoTGandG•egioselectivitiesGofGtheG•eactionUGInorganicmChemistrySG2021SGcWSGaeWWTaeXb 5.1 7

257 “roductGristributionsGofGqytochromeG“abWGOleTGwithG“henylT–ubstitutedGtattyGocidsgGoG
qomputationalG–tudyUGInternationalmJournalmofmMolecularmSciencesSG2021SGYYSG 6.3 2

256 wnspirationGfromG‘aturegGwnfluenceGofGsngineeredGzigandG–caffoldsGandGouxiliaryGtactorsGonGtheG
•eactivityGofGpiomimeticGOxidantsUGACSmCatalysisSG2021SGXXSGfdcXTfdfd 13.1 8

255 ‘egativeGcatalysisGVGnonTpellTsvansT“olanyiGreactivityGbyGmetalloenzymesgGsxamplesGfromG
mononuclearGhemeGandGnonThemeGironGoxygenasesUGCoordinationmChemistrymReviewsSG2021SGaZfSGYXZfXa 23.2 9
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254 –tructureGandGtunctionalGrifferencesGofGqysteineGandGZT†ercaptopropionateGrioxygenasesgGoG
qomputationalG–tudyUGChemistrym-mAmEuropeanmJournalSG2021SGYdSGXZdfZTXZeWc 4.8 3

253 “rotonTcoupledGelectronGtransferGreactivitiesGofGelectronicallyGdivergentGhemeGsuperoxideG
intermediatesgGaGkineticSGthermodynamicSGandGtheoreticalGstudyUGChemicalmScienceSG2021SGXYSGeedYTeeeZ 9.4 3

252 vowGexternalGperturbationsGaffectGtheGchemoselectivityGofGsubstrateGactivationGbyGcytochromeG
“abWGOleTUGPhysicalmChemistrymChemicalmPhysicsSG2020SGYYSGYdXdeTYdXfW 3.6 7

251 pioengineeringGofGqytochromeG“abWGOleTgGvowGroesG–ubstrateG“ositioningGoffectGtheG“roductG
ristributionsmUGMoleculesSG2020SGYbSG 4.8 10

250 qomputationalG–tudyGonGOâ��OGpondGtormationGonGaG†ononuclearG‘onTvemeGwronGqenterUGEuropeanm
JournalmofmInorganicmChemistrySG2020SGYWYWSGYbdZTYbeX 2.3 1

249 qrossTlinkingGofGaromaticGphenolateGgroupsGbyGcytochromeG“abWGenzymesgGaGmodelGforGtheG
biosynthesisGofGvancomycinGbyGOxypUGOrganicmandmBiomolecularmChemistrySG2020SGXeSGacXWTacXe 3.9 5

248 qomparisonGofGtreeTsnergyG†ethodsGtoGqalculateGtheGparriersGforGtheG‘ucleophilicG–ubstitutionGofG
olkylGvalidesGbyGvydroxideUGJournalmofmPhysicalmChemistrymBSG2020SGXYaSGceZbTceaY 3.4 4

247 zigninGpiodegradationGbyGaGqytochromeG“abWGsnzymegGoGqomputationalG–tudyGintoG–yringolG
octivationGbyGucooUGChemistrym-mAmEuropeanmJournalSG2020SGYcSGXZWfZTXZXWY 4.8 14

246 qomputationalGstudiesGofGr‘oGbaseGrepairGmechanismsGbyGnonhemeGironGdioxygenasesgGselectiveG
epoxidationGandGhydroxylationGpathwaysUGDaltonmTransactionsSG2020SGafSGaYccTaYdc 4.3 13

245 OGoctivationGbyG‘onTvemeGThiolateTpasedGrinuclearGteGqomplexesUGInorganicmChemistrySG2020SGbfSGZYafTZYbf5.1 8

244 –luggishGreactivityGbyGaGnonhemeGironOivPTtosylimidoGcomplexGasGcomparedGtoGitsGoxoGanalogueUG
DaltonmTransactionsSG2020SGafSGbfYXTbfZX 4.3 8

243
vowGroesG•eplacementGofGtheGoxialGvistidineGzigandGinGqytochromeG“eroxidaseGbyG‘T†ethylG
vistidineGoffectGwtsG“ropertiesGandGtunctionsmGoGqomputationalG–tudyUGInternationalmJournalmofm
MolecularmSciencesSG2020SGYXSG

6.3 2

242 qanGaG†ononuclearGwronOwwwPT–uperoxoGoctiveG–iteGqatalyzeGtheGrecarboxylationGofGrodecanoicGocidG
inG−ndoGtoG“roduceGpiofuelsmUGChemistrym-mAmEuropeanmJournalSG2020SGYcSGYYZZTYYaY 4.8 15

241 qomputationalG–tudyGonGtheGqatalyticG•eactionG†echanismGofGvemeGvaloperoxidaseGsnzymesUG
IsraelmJournalmofmChemistrySG2020SGcWSGfcZTfdY 3.4 2

240 –econdTqoordinationG–phereGsffectsGonG–electivityGandG–pecificityGofGvemeGandG‘onhemeGwronG
snzymesUGChemistrym-mAmEuropeanmJournalSG2020SGYcSGbZWeTbZYd 4.8 34

239 vydroxylGTransferGtoGqarbonG•adicalsGbyG†nOOvPGvsGteOOvPGqorroleGqomplexesUGInorganicmChemistrySG
2020SGbfSGXcWbZTXcWca 5.1 13

238 vowGroGVanadiumGqhloroperoxidasesGuenerateGvypochloriteGfromGvydrogenG“eroxideGandG
qhloridemGoGqomputationalG–tudyUGACSmCatalysisSG2020SGXWSGXaWcdTXaWdf 13.1 9

237 vowGroG†etalGwonsG†odulateGtheG•ateTreterminingGslectronTTransferG–tepGinGqytochromeG“abWG
•eactionsmUGChemistrym-mAmEuropeanmJournalSG2020SGYcSGXbYdWTXbYeX 4.8 6
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236 teTqatalyzedGoziridinationGwsGuovernedGbyGtheGslectronGoffinityGofGtheGoctiveGwmidoTwronG–peciesUG
ACSmCatalysisSG2020SGXWSGXWWXWTXWWYW 13.1 22

235 qatalyticG†echanismGofGoromaticG‘itrationGbyGqytochromeG“abWGTxtsgGwnvolvementGofGaG
terricT“eroxynitriteGwntermediateUGJournalmofmthemAmericanmChemicalmSocietySG2020SGXaYSGXbdcaTXbddf 16.4 25

234 “ropertiesGandGreactivityGofG˛…TnitridoTbridgedGdimetalGporphyrinoidGcomplexesgGhowGdoesG
rutheniumGcompareGtoGironmUGJournalmofmBiologicalmInorganicmChemistrySG2019SGYaSGXXYdTXXZa 3.7 3

233 wnterplayGpetweenG–tericGandGslectronicGsffectsgGoGxointG–pectroscopyGandGqomputationalG–tudyGofG
‘onhemeGwronOwVPTOxoGqomplexesUGChemistrym-mAmEuropeanmJournalSG2019SGYbSGbWecTbWfe 4.8 25

232 vydrogenGbyGreuteriumG–ubstitutionGinGanGoldehydeGTunesGtheG•egioselectivityGbyGaG‘onhemeG
†anganeseOwwwPâ��“eroxoGqomplexUGAngewandtemChemieSG2019SGXZXSGXWdafTXWdbZ 3.6 13

231 tlavonolGbiosynthesisGbyGnonhemeGironGdioxygenasesgGoGcomputationalGstudyGintoGtheGstructureGandG
mechanismUGJournalmofmInorganicmBiochemistrySG2019SGXfeSGXXWdYe 4.2 12

230 vydrogenGbyGreuteriumG–ubstitutionGinGanGoldehydeGTunesGtheG•egioselectivityGbyGaG‘onhemeG
†anganeseOwwwPT“eroxoGqomplexUGAngewandtemChemiem-mInternationalmEditionSG2019SGbeSGXWcZfTXWcaZ 16.4 27

229 oG‘onTvemeGriironGqomplexGforGOslectroPcatalyticG•eductionGofGrioxygengGTuningGtheG–electivityG
throughGslectronGreliveryUGJournalmofmthemAmericanmChemicalmSocietySG2019SGXaXSGeYaaTeYbZ 16.4 30

228 TheG”uestGforGoccurateGTheoreticalG†odelsGofG†etalloenzymesgGonGoidGtoGsxperimentUGChallengesm
andmAdvancesminmComputationalmChemistrymandmPhysicsSG2019SGaZfTacY 0.7

227 •egioTGandGsnantioTselectiveGqhemoTenzymaticGqTvTzactonizationGofGrecanoicGocidGtoG
O–PT˛·TrecalactoneUGAngewandtemChemiem-mInternationalmEditionSG2019SGbeSGbcceTbcdX 16.4 35

226 •egioTGandGsnantioTselectiveGqhemoTenzymaticGqâ��vTzactonizationGofGrecanoicGocidGtoG
O–PT˛·TrecalactoneUGAngewandtemChemieSG2019SGXZXSGbdYaTbdYd 3.6 5

225 TheGsquatorialGzigandGsffectGonGtheG“ropertiesGandG•eactivityGofGwronOVPGOxoGwntermediatesUG
Chemistrym-mAmEuropeanmJournalSG2019SGYbSGeWfYTeXWa 4.8 13

224 squatorialGligandGplaneGperturbationsGleadGtoGaGspinTstateGchangeGinGanGironOiiiPGporphyrinGdimerUG
DaltonmTransactionsSG2019SGaeSGcZbZTcZbd 4.3 13

223
TheGvuntGforGtheGqlosedGqonformationGofGtheGtruitT•ipeningGsnzymeG
XTominocyclopropaneTXTcarboxylicGOxidasegGoGqombinedGslectronG“aramagneticG•esonanceGandG
†olecularGrynamicsG–tudyUGChemistrym-mAmEuropeanmJournalSG2019SGYbSGXZdccTXZddc

4.8 1

222 †echanisticGwnvestigationGofGOxygenG•eboundGinGaG†ononuclearG‘onhemeGwronGqomplexUGInorganicm
ChemistrySG2019SGbeSGfbbdTfbcX 5.1 11

221 qOG•eductionGonGanGwronT“orphyrinGqentergGoGqomputationalG–tudyUGJournalmofmPhysicalmChemistrymASG
2019SGXYZSGcbYdTcbZb 2.8 22

220 †echanismGofGOxidativeGoctivationGofGtluorinatedGoromaticGqompoundsGbyG‘TpridgedG
riironT“hthalocyaninegGαhatGreterminesGtheG•eactivitymUGChemistrym-mAmEuropeanmJournalSG2019SGYbSGXaZYWTXaZZX4.8 27

219 –econdTqoordinationG–phereGsffectGonGtheG•eactivityGofGVanadiumT“eroxoGqomplexesgGoG
qomputationalG–tudyUGInorganicmChemistrySG2019SGbeSGXbdaXTXbdbW 5.1 6
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218
–electiveGvydrogenGotomGobstractionGfromGrihydroflavonolGbyGaG‘onhemeGwronGqenterGwsGtheGyeyG
–tepGinGtheGsnzymaticGtlavonolG–ynthesisGandGovoidsGpyproductsUGJournalmofmthemAmericanmChemicalm
SocietySG2019SGXaXSGYWYdeTYWYfY

16.4 41

217 vydrogenGotomGobstractionGbyGvighTValentGteOOvPGversusG†nOOvPG“orphyrinoidGqomplexesgG
†echanisticGwnsightsGfromGsxperimentalGandGqomputationalG–tudiesUGInorganicmChemistrySG2019SGbeSGXcdcXTXcddW5.1 13

216 •eactivityGpatternsGofGvanadiumOivVvPToxoGcomplexesGwithGolefinsGinGtheGpresenceGofGperoxidesgGaG
computationalGstudyUGDaltonmTransactionsSG2019SGaeSGXceffTXcfXW 4.3 7

215
vowGroesGtheGOxidationG–tateGofG“alladiumG–urfacesGoffectGtheG•eactivityGandG–electivityGofGrirectG
–ynthesisGofGvydrogenG“eroxideGfromGvydrogenGandGOxygenGuasesmGoGrensityGtunctionalG–tudyUG
JournalmofmthemAmericanmChemicalmSocietySG2019SGXaXSGfWXTfXW

16.4 22

214
–electiveGtormationGofGanGteGOGorGanGteGOOvGwntermediateGtromGwronOwwPGandGvGOGgGqontrolledG
veterolyticGversusGvomolyticGOxygenTOxygenGpondGqleavageGbyGtheG–econdGqoordinationG–phereUG
AngewandtemChemiem-mInternationalmEditionSG2019SGbeSGebaTebe

16.4 30

213 †echanisticG–tudiesGofGtattyGocidGoctivationGbyGqμ“XbYG“eroxygenasesG•evealG−nexpectedG
resaturaseGoctivityUGACSmCatalysisSG2019SGfSGbcbTbdd 13.1 50

212
–electiveGtormationGofGanGtewVOGorGanGtewwwOOvGwntermediateGtromGwronOwwPGandGvYOYgGqontrolledG
veterolyticGversusGvomolyticGOxygenâ��OxygenGpondGqleavageGbyGtheG–econdGqoordinationG–phereUG
AngewandtemChemieSG2019SGXZXSGecaTece

3.6 16

211 vydrogenGotomGvsUGvydrideGTransferGinGqytochromeG“abWGOxidationsgGoGqombinedG†assG
–pectrometryGandGqomputationalG–tudyUGEuropeanmJournalmofmInorganicmChemistrySG2018SGYWXeSGXebaTXecb2.3 7

210 qanG†anganeseOwwwPTwodosylareneGoctGasGanGOxidantGolongsideGvighTValentG†anganeseOVPTOxoG
qomplexesmUGChemistrySelectSG2018SGZSGZYWeTZYXZ 1.8 5

209 uroupGTransferGtoGanGoliphaticGpondgGoGpiomimeticG–tudyGwnspiredGbyG‘onhemeGwronGvalogenasesUG
ACSmCatalysisSG2018SGeSGecebTecfe 13.1 25

208 ”uantumG†echanicsV†olecularG†echanicsG–tudiesGonGtheG•elativeG•eactivitiesGofGqompoundGwGandGwwG
inGqytochromeG“abWGsnzymesUGInternationalmJournalmofmMolecularmSciencesSG2018SGXfSG 6.3 13

207 –olventTGandGvalideTwnducedGOwnterPconversionGbetweenGwronOwwPTrisulfideGandGwronOwwwPTThiolateG
qomplexesUGChemistrym-mAmEuropeanmJournalSG2018SGYaSGXXfdZTXXfeY 4.8 15

206 ‘itrogenG•eductionGtoGommoniaGonGaGpiomimeticG†ononuclearGwronGqentregGwnsightsGintoGtheG
‘itrogenaseGsnzymeUGChemistrym-mAmEuropeanmJournalSG2018SGYaSGbYfZTbZWY 4.8 34

205 †echanisticGwnsightGonGtheGoctivityGandG–ubstrateG–electivityGofG‘onhemeGwronGrioxygenasesUG
ChemicalmRecordSG2018SGXeSGXbWXTXbXc 6.6 23

204 roesG–ubstrateG“ositioningGoffectGtheG–electivityGandG•eactivityGinGtheGvectochlorinGpiosynthesisG
valogenasemUGFrontiersminmChemistrySG2018SGcSGbXZ 5 28

203 qatalyticG†echanismGofG‘ogalamycinG†onoxygenasegGvowGroesG‘atureG–ynthesizeGontibioticsG
withoutGaG†etalGqofactormUGJournalmofmPhysicalmChemistrymBSG2018SGXYYSGXWeaXTXWeba 3.4 6

202 rramaticGrateTenhancementGofGoxygenGatomGtransferGbyGanGironOivPToxoGspeciesGbyGequatorialGligandG
fieldGperturbationsUGDaltonmTransactionsSG2018SGadSGXafabTXafbd 4.3 21

201 oGqomparativeG•eviewGonGtheGqatalyticG†echanismGofG‘onhemeGwronGvydroxylasesGandG
valogenasesUGCatalystsSG2018SGeSGZXa 4 30

(2018-2019)
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200
OxygenGotomGTransferG−singGanGwronOwVPTOxoGsmbeddedGinGaGTetracyclicG‘TveterocyclicGqarbeneG
–ystemgGvowGroesGtheG•eactivityGqompareGtoGqytochromeG“abWGqompoundGwmUGChemistrym-mAm
EuropeanmJournalSG2017SGYZSGYfZbTYfaa

4.8 32

199 †odulationGofGontimalarialGoctivityGatGaG“utativeGpisquinolineG•eceptorGwnGVivoG−singGtluorinatedG
pisquinolinesUGChemistrym-mAmEuropeanmJournalSG2017SGYZSGceXXTceYe 4.8 11

198 •eactivityG“atternsGofGO“rotonatedPGqompoundGwwGandGqompoundGwGofGqytochromeG“abWgGαhichGisG
theGpetterGOxidantmUGChemistrym-mAmEuropeanmJournalSG2017SGYZSGcaWcTcaXe 4.8 55

197 ulutathioneGbindingGtoGdirhodiumGtetraacetategGaGspectroscopicSGmassGspectralGandGcomputationalG
studyGofGanGantiTtumourGcompoundUGMetallomicsSG2017SGfSGbWXTbXc 4.5 5

196 oGvighTValentG‘onTvemeG˛…TOxoG†anganeseOwVPGrimerGueneratedGfromGaGThiolateTpoundG
†anganeseOwwPGqomplexGandGrioxygenUGAngewandtemChemiem-mInternationalmEditionSG2017SGbcSGeYXXTeYXb 16.4 24

195 –ulfoxideG–ynthaseGversusGqysteineGrioxygenaseG•eactivityGinGaG‘onhemeGwronGsnzymeUGJournalmofm
themAmericanmChemicalmSocietySG2017SGXZfSGfYbfTfYdW 16.4 75

194 oGvighTValentG‘onTvemeG˛…TOxoG†anganeseOwVPGrimerGueneratedGfromGaGThiolateTpoundG
†anganeseOwwPGqomplexGandGrioxygenUGAngewandtemChemieSG2017SGXYfSGeZYZTeZYd 3.6 7

193 “redictionGofG•eductionG“otentialsGofGqopperG“roteinsGwithGqontinuumGslectrostaticsGandGrensityG
tunctionalGTheoryUGChemistrym-mAmEuropeanmJournalSG2017SGYZSGXbaZcTXbaab 4.8 15

192 teaturesGofGreactiveGcysteinesGdiscoveredGthroughGcomputationgGfromGkinaseGinhibitionGtoG
enrichmentGaroundGproteinGdegronsUGScientificmReportsSG2017SGdSGXcZZe 4.9 11

191 yetoTsnolGTautomerizationGTriggersGanGslectrophilicGoldehydeGreformylationG•eactionGbyGaG
‘onhemeG†anganeseOwwwPT“eroxoGqomplexUGJournalmofmthemAmericanmChemicalmSocietySG2017SGXZfSGXeZYeTXeZZe16.4 51

190 TheG•oleGofG‘onhemeGTransitionG†etalTOxoSGT“eroxoSGandGT–uperoxoGwntermediatesGinGsnzymeG
qatalysisGandG•eactionsGofGpioinspiredGqomplexesUGAdvancesminmInorganicmChemistrySG2017SGdWSGXcdTXfa 2.1 2

189 −nderstandingGvowG“rolylTaThydroxylaseG–tructureG–teersGaGterrylGOxidantGtowardG–cissionGofGaG
–trongGqTvGpondUGJournalmofmthemAmericanmChemicalmSocietySG2017SGXZfSGfebbTfecc 16.4 60

188 •ecombinantGsilicateinsGasGmodelGbiocatalystsGinGorganosiloxaneGchemistryUGProceedingsmofmthem
NationalmAcademymofmSciencesmofmthemUnitedmStatesmofmAmericaSG2017SGXXaSGsbYebTsbYfX 11.5 16

187 piodegradationGofGqosmeticsG“roductsgGoGqomputationalG–tudyGofGqytochromeG“abWG†etabolismGofG
“hthalatesUGInorganicsSG2017SGbSGdd 2.9 13

186 vowGoreG–ubstrateGpindingGandGqatalysisGoffectedGbyG†utatingGuluGandGorgGinG“rolylTaThydroxylasemG
oG”†V††GandG†rG–tudyUGFrontiersminmChemistrySG2017SGbSGfa 5 12

185 –ingletGversusGTripletG•eactivityGinGanG†nOVPTOxoG–peciesgGTestingGTheoreticalG“redictionsGogainstG
sxperimentalGsvidenceUGJournalmofmthemAmericanmChemicalmSocietySG2016SGXZeSGXYZdbTec 16.4 67

184 –ubstrateG–ulfoxidationGbyGanGwronOwVPTOxoGqomplexgGpenchmarkingGqomputationallyGqalculatedG
parrierGveightsGtoGsxperimentUGJournalmofmPhysicalmChemistrymASG2016SGXYWSGfeWbTfeXa 2.8 63

183 ”uantumG†echanicsV†olecularG†echanicsG†odelingGofGsnzymaticG“rocessesgGqaveatsGandG
preakthroughsUGChemistrym-mAmEuropeanmJournalSG2016SGYYSGYbcYTeX 4.8 100
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182
OriginGofGtheG•egioselectiveGtattyTocidGvydroxylationGversusGrecarboxylationGbyGaGqytochromeG
“abWG“eroxygenasegGαhatGrrivesGtheG•eactionGtoGpiofuelG“roductionmUGChemistrym-mAmEuropeanm
JournalSG2016SGYYSGbadeTeZ

4.8 86

181 OriginGofGtheGsnhancedG•eactivityGofG˛…T‘itridoTpridgedGriironOwVPTOxoG“orphyrinoidGqomplexesGoverG
qytochromeG“abWGqompoundGwUGACSmCatalysisSG2016SGcSGYYZWTYYaZ 13.1 75

180 †ethaneGvydroxylationGbyGoxiallyGzigatedGwronGOwVPToxoG“orphyrinGqationG•adicalG†odelsG2016SGXSG 2

179 qhallengingGrensityGtunctionalGTheoryGqalculationsGwithGvemesGandG“orphyrinsUGInternationalm
JournalmofmMolecularmSciencesSG2016SGXdSGbXf 6.3 20

178 wnfluenceGofGcysteineGXcaGonGactiveGsiteGstructureGinGratGcysteineGdioxygenaseUGJournalmofmBiologicalm
InorganicmChemistrySG2016SGYXSGbWXTXW 3.7 14

177 oreneGactivationGbyGaGnonhemeGironOwwwPThydroperoxoGcomplexgGpathwaysGleadingGtoGphenolGandG
ketoneGproductsUGJournalmofmBiologicalmInorganicmChemistrySG2016SGYXSGabZTcY 3.7 12

176 reformylationG•eactionGbyGaG‘onhemeG†anganeseOwwwPâ��“eroxoGqomplexGviaGwnitialGvydrogenTotomG
obstractionUGAngewandtemChemieSG2016SGXYeSGXXYbdTXXYcX 3.6 17

175
oG–ystematicGoccountGonGoromaticGvydroxylationGbyGaGqytochromeG“abWG†odelGqompoundGwgGoG
zowT“ressureG†assG–pectrometryGandGqomputationalG–tudyUGChemistrym-mAmEuropeanmJournalSG2016SG
YYSGXecWeTXecXf

4.8 54

174 wnfluenceGofGzigandGorchitectureGinGTuningG•eactionGpifurcationG“athwaysGforGqhloriteGOxidationGbyG
‘onTvemeGwronGqomplexesUGInorganicmChemistrySG2016SGbbSGXWXdWTXWXeX 5.1 12

173 reformylationG•eactionGbyGaG‘onhemeG†anganeseOwwwPT“eroxoGqomplexGviaGwnitialGvydrogenTotomG
obstractionUGAngewandtemChemiem-mInternationalmEditionSG2016SGbbSGXXWfXTb 16.4 55

172 –iteTselectiveGformationGofGanGironOivPToxoGspeciesGatGtheGmoreGelectronTrichGironGatomGofG
heterolepticG˛…TnitridoGdiironGphthalocyaninesUGChemicalmScienceSG2015SGcSGbWcZTbWdb 9.4 52

171 rrugGmetabolismGbyGcytochromeGpabWGenzymesgGwhatGdistinguishesGtheGpathwaysGleadingGtoG
substrateGhydroxylationGoverGdesaturationmUGChemistrym-mAmEuropeanmJournalSG2015SGYXSGfWeZTfY 4.8 100

170 oGTrimetalGqarbeneGwithG•eactivityG•eminiscentGofGtischerâ��TropschGqatalysisUGOrganometallicsSG2015
SGZaSGXcbXTXccW 3.8 4

169 vydrogenTbondingGinteractionsGtriggerGaGspinTflipGinGironOwwwPGporphyrinGcomplexesUGAngewandtem
Chemiem-mInternationalmEditionSG2015SGbaSGadfcTeWW 16.4 66

168 rifferencesGandGcomparisonsGofGtheGpropertiesGandGreactivitiesGofGironOwwwPThydroperoxoGcomplexesG
withGsaturatedGcoordinationGsphereUGChemistrym-mAmEuropeanmJournalSG2015SGYXSGXYYXTZc 4.8 56

167 rrugG†etabolismGbyGqytochromeG“abWGsnzymesgGαhatGristinguishesGtheG“athwaysGzeadingGtoG
–ubstrateGvydroxylationGOverGresaturationmUGChemistrym-mAmEuropeanmJournalSG2015SGYXSGefdZTefdZ 4.8 3

166 qatalyticGtunctionGandG†echanismGofGvemeGandG‘onhemeGwronOwVPâ��OxoGqomplexesGinG‘atureG2015SGXebTYWY 4

165 –tructureGandGmechanismGleadingGtoGformationGofGtheGcysteineGsulfinateGproductGcomplexGofGaG
biomimeticGcysteineGdioxygenaseGmodelUGChemistrym-mAmEuropeanmJournalSG2015SGYXSGdadWTf 4.8 19

(2015-2016)
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164 olkylGqhainGurowthGonGaGTransitionG†etalGqentergGvowGroesGwronGqompareGtoG•utheniumGandG
OsmiummUGInternationalmJournalmofmMolecularmSciencesSG2015SGXcSGYZZcfTeX 6.3

163 snzymaticGvalogenasesGandGvaloperoxidasesgGqomputationalG–tudiesGonG†echanismGandGtunctionUG
AdvancesminmProteinmChemistrymandmStructuralmBiologySG2015SGXWWSGXXZTbX 5.3 14

162 qatalyticGmechanismGofGcofactorTfreeGdioxygenasesGandGhowGtheyGcircumventGspinTforbiddenG
oxygenationGofGtheirGsubstratesUGJournalmofmthemAmericanmChemicalmSocietySG2015SGXZdSGdadaTed 16.4 57

161 oGcomprehensiveGtestGsetGofGepoxidationGrateGconstantsGforGironOivPToxoGporphyrinGcationGradicalG
complexesUGChemicalmScienceSG2015SGcSGXbXcTXbYf 9.4 88

160 wdentificationGandG–pectroscopicGqharacterizationGofG‘onhemeGwronOwwwPGvypochloriteGwntermediatesUG
AngewandtemChemieSG2015SGXYdSGaaZXTaaZb 3.6 11

159 wdentificationGandGspectroscopicGcharacterizationGofGnonhemeGironOwwwPGhypochloriteGintermediatesUG
AngewandtemChemiem-mInternationalmEditionSG2015SGbaSGaZbdTcX 16.4 34

158 –pinTstateGorderingGinGhydroxoTbridgedGdiironOwwwPbisporphyrinGcomplexesUGInorganicmChemistrySG2015SG
baSGXfXfTZW 5.1 45

157 vydrogenTpondingGwnteractionsGTriggerGaG–pinTtlipGinGwronOwwwPG“orphyrinGqomplexesUGAngewandtem
ChemieSG2015SGXYdSGaedeTaeeY 3.6 21

156
OriginGofGtheGprotonTtransferGstepGinGtheGcofactorTfreeGOXvPTZThydroxyTaToxoquinaldineG
YSaTdioxygenasegGeffectGofGtheGbasicityGofGanGactiveGsiteGvisGresidueUGJournalmofmBiologicalmChemistrySG
2014SGYefSGecYWTZY

5.4 25

155 †etabolismGofGhalogenatedGalkanesGbyGcytochromeG“abWGenzymesUGoerobicGoxidationGversusG
anaerobicGreductionUGChemistrym-manmAsianmJournalSG2014SGfSGXXdbTeY 4.5 17

154 qomputationalGmodellingGofGoxygenationGprocessesGinGenzymesGandGbiomimeticGmodelGcomplexesUG
ChemicalmCommunicationsSG2014SGbWSGYcYTeY 5.8 99

153 rirectGobservationGofGaGnonhemeGironOwVPToxoGcomplexGthatGmediatesGaromaticGqTtGhydroxylationUG
JournalmofmthemAmericanmChemicalmSocietySG2014SGXZcSGXZbaYTb 16.4 58

152 OxygenTatomGtransferGreactivityGofGaxiallyGligatedG†nOVPToxoGcomplexesgGevidenceGforGenhancedG
electrophilicGandGnucleophilicGpathwaysUGJournalmofmthemAmericanmChemicalmSocietySG2014SGXZcSGXZeabTbY 16.4 53

151 “ropertiesGandGreactivitiesGofGnonhemeGironOwVPToxoGversusGironOVPToxogGlongTrangeGelectronG
transferGversusGhydrogenGatomGabstractionUGPhysicalmChemistrymChemicalmPhysicsSG2014SGXcSGYYcXXTYY 3.6 5

150 rramaticGinfluenceGofGanGanionicGdonorGonGtheGoxygenTatomGtransferGreactivityGofGaG†nOVPGToxoG
complexUGChemistrym-mAmEuropeanmJournalSG2014SGYWSGXabeaTe 4.8 24

149 ”uantumGmechanicsVmolecularGmechanicsGstudyGonGtheGoxygenGbindingGandGsubstrateG
hydroxylationGstepGinGolkpGrepairGenzymesUGChemistrym-mAmEuropeanmJournalSG2014SGYWSGaZbTac 4.8 104

148 ThioetherTligatedGironOwwPGandGironOwwwPThydroperoxoValkylperoxoGcomplexesGwithGanGvTbondGdonorGinG
theGsecondGcoordinationGsphereUGDaltonmTransactionsSG2014SGaZSGdbYYTZY 4.3 24

147 zongTrangeGelectronGtransferGtriggersGmechanisticGdifferencesGbetweenGironOwVPToxoGandG
ironOwVPTimidoGoxidantsUGJournalmofmthemAmericanmChemicalmSocietySG2014SGXZcSGXdXWYTXb 16.4 93

SamuPuDeuVisser
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146 sxperimentalGandGcomputationalGevidenceGforGtheGmechanismGofGintradiolGcatecholGdioxygenationG
byGnonThemeGironOwwwPGcomplexesUGChemistrym-mAmEuropeanmJournalSG2014SGYWSGXbcecTfX 4.8 20

145 –econdaryGcoordinationGsphereGinfluenceGonGtheGreactivityGofGnonhemeGironOwwPGcomplexesgGanG
experimentalGandGrtTGapproachUGJournalmofmthemAmericanmChemicalmSocietySG2013SGXZbSGXWbfWTZ 16.4 85

144 –ynthesisGandGligandGnonTinnocenceGofGthiolateTligatedGO‘a–PGwronOwwPGandGnickelOwwPGbisOiminoPpyridineG
complexesUGInorganicmChemistrySG2013SGbYSGXWacdTeW 5.1 20

143
wnversionGofGenantioselectivityGofGaGmononuclearGnonThemeGironOwwPTdependentGhydroxylaseGbyG
tuningGtheGinterplayGofGmetalTcenterGgeometryGandGproteinGstructureUGAngewandtemChemiem-m
InternationalmEditionSG2013SGbYSGfcddTeX

16.4 45

142 †echanisticGinsightGintoGhalideGoxidationGbyGnonThemeGironGcomplexesUGvaloperoxidaseGversusG
halogenaseGactivityUGChemicalmCommunicationsSG2013SGafSGXWfYcTe 5.8 36

141 roesGhydrogenTbondingGdonationGtoGmanganeseOwVPToxoGandGironOwVPToxoGoxidantsGaffectGtheG
oxygenTatomGtransferGabilitymGoGcomputationalGstudyUGChemistrym-mAmEuropeanmJournalSG2013SGXfSGaWbeTce 4.8 66

140 qomparisonGofGtheGreactivityGofGnonhemeGironOwVPToxoGversusGironOwVPTimidoGcomplexesgGwhichGisGtheG
betterGoxidantmUGAngewandtemChemiem-mInternationalmEditionSG2013SGbYSGXYYeeTfY 16.4 79

139 wntrinsicGpropertiesGandGreactivitiesGofGmononuclearGnonhemeGironâ��oxygenGcomplexesGbearingGtheG
tetramethylcyclamGligandUGCoordinationmChemistrymReviewsSG2013SGYbdSGZeXTZfZ 23.2 140

138 •ationalizationGofGtheGbarrierGheightGforGpTπTstyreneGepoxidationGbyGironOwVPToxoGporphyrinGcationG
radicalsGwithGvariableGaxialGligandsUGInorganicmChemistrySG2013SGbYSGdfceTdf 5.1 63

137 uenerationGofGaGhighTvalentGironGimidoGcorrolazineGcomplexGandG‘•GgroupGtransferGreactivityUG
InorganicmChemistrySG2013SGbYSGacceTeY 5.1 49

136
wnversionGofGsnantioselectivityGofGaG†ononuclearG‘onTvemeGwronOwwPTdependentGvydroxylaseGbyG
TuningGtheGwnterplayGofG†etalTqenterGueometryGandG“roteinG–tructureUGAngewandtemChemieSG2013SG
XYbSGfebfTfecZ

3.6 13

135
rifferencesGinGchemicalGpropertiesGandGreactivityGpatternsGofGmonoTGandGdioxomanganeseOVPG
porphyrinsGasGrevealedGbyGdensityGfunctionalGtheoryUGJournalmofmPorphyrinsmandmPhthalocyaninesSG
2013SGXdSGfbaTfcZ

1.8 2

134 qomparisonGofGtheG•eactivityGofG‘onhemeGwronOwVPâ��OxoGversusGwronOwVPâ��wmidoGqomplexesgGαhichGisG
theGpetterGOxidantmUGAngewandtemChemieSG2013SGXYbSGXYbXaTXYbXe 3.6 23

133
OverviewGonGtheoreticalGstudiesGdiscriminatingGtheGtwoToxidantGversusGtwoTstateTreactivityGmodelsG
forGsubstrateGmonoxygenationGbyGcytochromeG“abWGenzymesUGCurrentmTopicsminmMedicinalmChemistrySG
2013SGXZSGYYXeTZY

3 13

132 qysteineGproteaseGinhibitionGbyGnitrileTbasedGinhibitorsgGaGcomputationalGstudyUGFrontiersminm
ChemistrySG2013SGXSGZf 5 17

131 ‘onhemeGironToxoGandGTsuperoxoGreactivitiesgGOYGbindingGandGspinGinversionGprobabilityGmatterUG
ChemicalmCommunicationsSG2012SGaeSGYXefTfX 5.8 39

130 “redictiveGstudiesGofGvTatomGabstractionGreactionsGbyGanGironOwVPToxoGcorroleGcationGradicalGoxidantUG
ChemicalmCommunicationsSG2012SGaeSGZafXTZ 5.8 17

129 ValenceGtautomerismGinGaGhighTvalentGmanganeseToxoGporphyrinoidGcomplexGinducedGbyGaGzewisG
acidUGJournalmofmthemAmericanmChemicalmSocietySG2012SGXZaSGXWZfdTaWW 16.4 144

(2012-2014)
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128 †odelingGflexibleGpharmacophoresGwithGdistanceGgeometrySGscoringSGandGboundGstretchingUGJournalm
ofmChemicalmInformationmandmModelingSG2012SGbYSGbddTee 6.1 4

127 †echanismGofG–ToxygenationGbyGaGcysteineGdioxygenaseGmodelGcomplexUGJournalmofmPhysicalm
ChemistrymASG2012SGXXcSGbeYTfX 2.8 33

126 oxialGligandGeffectGonGtheGrateGconstantGofGaromaticGhydroxylationGbyGironOwVPToxoGcomplexesG
mimickingGcytochromeG“abWGenzymesUGJournalmofmPhysicalmChemistrymBSG2012SGXXcSGdXeTZW 3.4 55

125 •egioselectivityGofGsubstrateGhydroxylationGversusGhalogenationGbyGaGnonhemeGironOwVPToxoG
complexgGpossibilityGofGrearrangementGpathwaysUGJournalmofmBiologicalmInorganicmChemistrySG2012SGXdSGeaXTbY3.7 25

124
“redictiveGstudiesGofGoxygenGatomGtransferGreactionsGbyGqompoundGwGofGcytochromeG“abWgGoliphaticG
andGaromaticGhydroxylationSGepoxidationSGandGsulfoxidationUGAdvancesminmInorganicmChemistrySG2012SG
caSGXTZX

2.1 10

123 oxialGandGequatorialGligandGeffectsGonGbiomimeticGcysteineGdioxygenaseGmodelGcomplexesUGOrganicm
andmBiomolecularmChemistrySG2012SGXWSGbaWXTf 3.9 16

122 •egioselectivityGofGaliphaticGversusGaromaticGhydroxylationGbyGaGnonhemeGironOwwPTsuperoxoG
complexUGPhysicalmChemistrymChemicalmPhysicsSG2012SGXaSGYbXeTYa 3.6 9

121 TheGoccuracyGofGrensityGtunctionalGTheoryGqalculationsGinGpiocatalysisG2012SGXSG 4

120 TheoreticalGstudyGonGtheGmechanismGofGtheGoxygenGactivationGprocessGinGcysteineGdioxygenaseG
enzymesUGJournalmofmthemAmericanmChemicalmSocietySG2011SGXZZSGZecfTeY 16.4 174

119 VanGderGαaalsGequationGofGstateGrevisitedgGimportanceGofGtheGdispersionGcorrectionUGJournalmofm
PhysicalmChemistrymBSG2011SGXXbSGadWfTXd 3.4 14

118 †anganeseGsubstitutedGqompoundGwGofGcytochromeG“abWGbiomimeticsgGaGcomparativeGreactivityG
studyGofG†nOVPToxoGversusG†nOwVPToxoGspeciesUGArchivesmofmBiochemistrymandmBiophysicsSG2011SGbWdSGaTXZ 4.1 33

117 “olarizabilityTbasedGequationGofGstategGopplicationGtoGqOSG‘YGandGOYUGChemicalmPhysicsmLettersSG2011SG
bXbSGXdWTXdY 2.5 4

116 oGmanganeseOVPToxoGˇ�TcationGradicalGcomplexgGinfluenceGofGoneTelectronGoxidationGonGoxygenTatomG
transferUGJournalmofmthemAmericanmChemicalmSocietySG2011SGXZZSGXbedaTd 16.4 64

115 TheGaxialGligandGeffectGonGaliphaticGandGaromaticGhydroxylationGbyGnonThemeGironOwVPToxoG
biomimeticGcomplexesUGChemistrym-manmAsianmJournalSG2011SGcSGafZTbWa 4.5 40

114 sffectGofGtheGaxialGligandGonGsubstrateGsulfoxidationGmediatedGbyGironOwVPToxoGporphyrinGcationG
radicalGoxidantsUGChemistrym-mAmEuropeanmJournalSG2011SGXdSGcXfcTYWb 4.8 79

113 ‘onhemeGferricGhydroperoxoGintermediatesGareGefficientGoxidantsGofGbromideGoxidationUGChemicalm
CommunicationsSG2011SGadSGXXWaaTc 5.8 63

112 OxidativeGpropertiesGofGaGnonhemeG‘iOwwPOOYPGcomplexgG•eactivityGpatternsGforGqTvGactivationSG
aromaticGhydroxylationGandGheteroatomGoxidationUGChemicalmCommunicationsSG2011SGadSGXWcdaTc 5.8 22

111 αhatGfactorsGinfluenceGtheGrateGconstantGofGsubstrateGepoxidationGbyGcompoundGwGofGcytochromeG
“abWGandGanalogousGironOwVPToxoGoxidantsmUGJournalmofmthemAmericanmChemicalmSocietySG2010SGXZYSGdcbcTcd16.4 155

SamuPuDeuVisser
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110 vighTValentGwronTOxoG“orphyrinsGinGOxygenationG•eactionsUGHandbookmofmPorphyrinmScienceSG2010SGebTXZf0.3 12

109
TrendsGinGsubstrateGhydroxylationGreactionsGbyGhemeGandGnonhemeGironOwVPToxoGoxidantsGgiveG
correlationsGbetweenGintrinsicGpropertiesGofGtheGoxidantGwithGbarrierGheightUGJournalmofmthemAmericanm
ChemicalmSocietySG2010SGXZYSGXWedTfd

16.4 159

108 –tericGfactorsGoverrideGthermodynamicGdrivingGforceGinGregioselectivityGofGprolineGhydroxylationGbyG
prolylTaThydroxylaseGenzymesUGJournalmofmPhysicalmChemistrymASG2010SGXXaSGXZYZaTaZ 2.8 36

107 ‘ewGinsightsGintoGtheGmultiTstepGreactionGpathwayGofGtheGreductiveGhalfTreactionGcatalysedGbyG
aromaticGamineGdehydrogenasegGaG”†V††GstudyUGChemicalmCommunicationsSG2010SGacSGZXWaTc 5.8 10

106 ossignmentGofGtheGvibrationalGspectraGofGenzymeTboundGtryptophanGtryptophylGquinonesGusingGaG
combinedG”†V††GapproachUGJournalmofmPhysicalmChemistrymASG2010SGXXaSGXYXYTd 2.8 7

105 oGbiomimeticGferricGhydroperoxoGporphyrinGintermediateUGAngewandtemChemiem-mInternationalmEdition
SG2010SGafSGYWffTXWX 16.4 58

104 −nprecedentedGrateGenhancementsGofGhydrogenTatomGtransferGtoGaGmanganeseOVPToxoGcorrolazineG
complexUGAngewandtemChemiem-mInternationalmEditionSG2010SGafSGbWfXTb 16.4 125

103 ‘uclearGquantumGtunnelingGinGtheGlightTactivatedGenzymeGprotochlorophyllideGoxidoreductaseUG
JournalmofmBiologicalmChemistrySG2009SGYeaSGZdcYTd 5.4 75

102 vowGdoesGtheGaxialGligandGofGcytochromeG“abWGbiomimeticsGinfluenceGtheGregioselectivityGofG
aliphaticGversusGaromaticGhydroxylationmUGChemistrym-mAmEuropeanmJournalSG2009SGXbSGbbddTed 4.8 75

101
OriginGofGtheGcorrelationGofGtheGrateGconstantGofGsubstrateGhydroxylationGbyGnonhemeGironOwVPToxoG
complexesGwithGtheGbondTdissociationGenergyGofGtheGqTvGbondGofGtheGsubstrateUGChemistrym-mAm
EuropeanmJournalSG2009SGXbSGccbXTcY

4.8 90

100 –tructuralGcharacterizationGandGremarkableGaxialGligandGeffectGonGtheGnucleophilicGreactivityGofGaG
nonhemeGmanganeseOwwwPTperoxoGcomplexUGAngewandtemChemiem-mInternationalmEditionSG2009SGaeSGaXbWTZ 16.4 101

99
slucidatingGenzymeGmechanismGandGintrinsicGchemicalGpropertiesGofGshortTlivedGintermediatesGinGtheG
catalyticGcyclesGofGcysteineGdioxygenaseGandGtaurineV˛–TketoglutarateGdioxygenaseUGCoordinationm
ChemistrymReviewsSG2009SGYbZSGdbaTdce

23.2 50

98 sffectGofGporphyrinGligandsGonGtheGregioselectiveGdehydrogenationGversusGepoxidationGofGolefinsGbyG
oxoironOwVPGmimicsGofGcytochromeG“abWUGJournalmofmPhysicalmChemistrymASG2009SGXXZSGXXdXZTYY 2.8 66

97
qarbonGdioxidegGaGwasteGproductGinGtheGcatalyticGcycleGofGalphaTketoglutarateGdependentG
halogenasesGpreventsGtheGformationGofGhydroxylatedGbyTproductsUGJournalmofmPhysicalmChemistrymBSG
2009SGXXZSGXYTa

3.4 44

96 αhyGdoGcysteineGdioxygenaseGenzymesGcontainGaGZTvisGligandGmotifGratherGthanGaGYvisVXospGmotifG
likeGmostGnonhemeGdioxygenasesmUGJournalmofmPhysicalmChemistrymASG2009SGXXZSGXeZbTac 2.8 45

95 tundamentalGdifferencesGofGsubstrateGhydroxylationGbyGhighTvalentGironOwVPToxoGmodelsGofG
cytochromeG“abWUGInorganicmChemistrySG2009SGaeSGcccXTf 5.1 35

94
rensityGfunctionalGtheoryGOrtTPGandGcombinedGquantumGmechanicalVmolecularGmechanicsGO”†V††PG
studiesGonGtheGoxygenGactivationGstepGinGnitricGoxideGsynthaseGenzymesUGBiochemicalmSocietym
TransactionsSG2009SGZdSGZdZTd

5.1 25

93 octivationGofGhydrocarbonGqTvGbondsGbyGiodosylbenzenegGhowGdoesGitGcompareGwithGironOwVPToxoG
oxidantsmUGChemicalmCommunicationsSG2009SGXbcYTa 5.8 25

(2009-2010)
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92
”uantumGmechanicsVmolecularGmechanicsGstudiesGonGtheGsulfoxidationGofGdimethylGsulfideGbyG
compoundGwGandGcompoundGWGofGcytochromeG“abWgGwhichGisGtheGbetterGoxidantmUGJournalmofmPhysicalm
ChemistrymASG2009SGXXZSGXXcZbTaY

2.8 49

91 slectronicGpropertiesGofGpentacoordinatedGhemeGcomplexesGinGcytochromeG“abWGenzymesgGsearchG
forGanGteOwPGoxidationGstateUGPhysicalmChemistrymChemicalmPhysicsSG2009SGXXSGXWYXfTYc 3.6 27

90
oGvalenceGbondGmodelingGofGtrendsGinGhydrogenGabstractionGbarriersGandGtransitionGstatesGofG
hydroxylationGreactionsGcatalyzedGbyGcytochromeG“abWGenzymesUGJournalmofmthemAmericanmChemicalm
SocietySG2008SGXZWSGXWXYeTaW

16.4 213

89 wsGtheGboundGsubstrateGinGnitricGoxideGsynthaseGprotonatedGorGneutralGandGwhatGisGtheGactiveGoxidantG
thatGperformsGsubstrateGhydroxylationmUGJournalmofmthemAmericanmChemicalmSocietySG2008SGXZWSGXYfcXTda 16.4 82

88 TheGeffectGandGinfluenceGofGcisTligandsGonGtheGelectronicGandGoxidizingGpropertiesGofGnonhemeG
oxoironGbiomimeticsUGoGdensityGfunctionalGstudyUGJournalmofmPhysicalmChemistrymASG2008SGXXYSGXYeedTfb 2.8 18

87
qomparativeGquantumGmechanicsVmolecularGmechanicsGO”†V††PGandGdensityGfunctionalGtheoryG
calculationsGonGtheGoxoTironGspeciesGofGtaurineValphaTketoglutarateGdioxygenaseUGJournalmofmPhysicalm
ChemistrymASG2008SGXXYSGYacaTe

2.8 73

86 oGtributeGtoG–asonG–haikUGJournalmofmPhysicalmChemistrymASG2008SGXXYSGXYdYXTZ 2.8

85 wsGtheGmuToxoTmuTperoxodiironGintermediateGofGaGribonucleotideGreductaseGbiomimeticGaGpossibleG
oxidantGofGepoxidationGreactionsmUGChemistrym-mAmEuropeanmJournalSG2008SGXaSGabZZTaX 4.8 10

84 TheoreticalGwnvestigationGonGtheG†echanismGofGOxygenGotomGTransferGbetweenGTwoG‘onTvemeG
wronGqentresUGEuropeanmJournalmofmInorganicmChemistrySG2008SGYWWeSGXWYdTXWZW 2.3 7

83 rensityGfunctionalGtheoryGstudiesGofGoxygenGandGcarbonateGbindingGtoGaGdicopperGpatellamideG
complexUGJournalmofmInorganicmBiochemistrySG2008SGXWYSGYXdXTe 4.2 12

82 vowGdoGazolesGinhibitGcytochromeG“abWGenzymesmGoGdensityGfunctionalGstudyUGJournalmofmPhysicalm
ChemistrymASG2008SGXXYSGXYfXXTe 2.8 62

81 qanGtheGperoxosuccinateGcomplexGinGtheGcatalyticGcycleGofGtaurineValphaTketoglutarateGdioxygenaseG
OTaurPGactGasGanGalternativeGoxidantmUGChemicalmCommunicationsSG2007SGXdXTZ 5.8 50

80 “referentialGhydroxylationGoverGepoxidationGcatalysisGbyGaGhorseradishGperoxidaseGmutantgGaG
cytochromeG“abWGmimicUGJournalmofmPhysicalmChemistrymBSG2007SGXXXSGXYYffTZWY 3.4 19

79 TheGmechanismGofGcysteineGoxygenationGbyGcysteineGdioxygenaseGenzymesUGJournalmofmthemAmericanm
ChemicalmSocietySG2007SGXYfSGXaeacTd 16.4 111

78 oGrensityGtunctionalG–tudyGofGtheGtactorsGThatGwnfluenceGtheG•egioselectivityGofGTolueneG
vydroxylationGbyGqytochromeG“abWGsnzymesUGEuropeanmJournalmofmInorganicmChemistrySG2007SGYWWdSGYfccTYfda2.3 27

77 vowGdoesGtheGpushVpullGeffectGofGtheGaxialGligandGinfluenceGtheGcatalyticGpropertiesGofGqompoundGwG
ofGcatalaseGandGcytochromeG“abWmUGJournalmofmInorganicmBiochemistrySG2007SGXWXSGXacaTdY 4.2 33

76 qombinedGexperimentalGandGtheoreticalGstudyGonGaromaticGhydroxylationGbyGmononuclearGnonhemeG
ironOwVPToxoGcomplexesUGInorganicmChemistrySG2007SGacSGacZYTaX 5.1 161

75 –ubstitutionGofGhydrogenGbyGdeuteriumGchangesGtheGregioselectivityGofGethylbenzeneGhydroxylationG
byGanGoxoTironTporphyrinGcatalystUGChemistrym-mAmEuropeanmJournalSG2006SGXYSGeXceTdd 4.8 88

SamuPuDeuVisser
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74 rifferencesGinGandGcomparisonGofGtheGcatalyticGpropertiesGofGhemeGandGnonThemeGenzymesGwithGaG
centralGoxoTironGgroupUGAngewandtemChemiem-mInternationalmEditionSG2006SGabSGXdfWTZ 16.4 86

73 rifferencesGinGandGqomparisonGofGtheGqatalyticG“ropertiesGofGvemeGandG‘onTvemeGsnzymesGwithGaG
qentralGOxoâ��wronGuroupUGAngewandtemChemieSG2006SGXXeSGXeYYTXeYb 3.6 27

72 αhatGfactorsGinfluenceGtheGratioGofGqTvGhydroxylationGversusGqkqGepoxidationGbyGaGnonhemeG
cytochromeG“abWGbiomimeticmUGJournalmofmthemAmericanmChemicalmSocietySG2006SGXYeSGXbeWfTXe 16.4 126

71 αhatGexternalGperturbationsGinfluenceGtheGelectronicGpropertiesGofGcatalaseGcompoundGwmUGInorganicm
ChemistrySG2006SGabSGfbbXTd 5.1 31

70 terromagneticGbondinggGhighGspinGcopperGclustersGOnRXPquOnPhGnGkGYTXaPGdevoidGofGelectronGpairsGbutG
possessingGstrongGbondingUGJournalmofmPhysicalmChemistrymASG2006SGXXWSGebXWTe 2.8 24

69 qanGtheGreplacementGofGaGsingleGatomGinGtheGenzymeGhorseradishGperoxidaseGconvertGitGintoGaG
monoxygenasemGoGdensityGfunctionalGstudyUGJournalmofmPhysicalmChemistrymBSG2006SGXXWSGYWdbfTcX 3.4 13

68
“ropeneGactivationGbyGtheGoxoTironGactiveGspeciesGofGtaurineValphaTketoglutarateGdioxygenaseG
OTaurPGenzymeUGvowGdoesGtheGcatalysisGcompareGtoGhemeTenzymesmUGJournalmofmthemAmericanm
ChemicalmSocietySG2006SGXYeSGfeXZTYa

16.4 175

67 TheGaxialGligandGeffectGofGoxoTironGporphyrinGcatalystsUGvowGdoesGchlorideGcompareGtoGthiolatemUG
JournalmofmBiologicalmInorganicmChemistrySG2006SGXXSGXceTde 3.7 49

66 qomputationalGopproachesGtoGqytochromeG“abWGtunctionG2005SGabTeb 20
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