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337
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reπωtionGmeωhπnismGπtGtheGoiironGlωtiveGnenterUGJournalhofhthehAmericanhChemicalhSocietySG2001SG
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336
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qeTsOdeltπTPUUUsOdeltπRPTzSGσondGπndGmethenylTs[x‘–RGtriggeredGhydrideGtrπnsferUGJournalhofhtheh
AmericanhChemicalhSocietySG2009SGXZXSGXWdWXTc

16.4 143
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exhiσitsGπnGunusuπlGhostTguestGσehπviorUGJournalhofhthehAmericanhChemicalhSocietySG2011SGXZZSGXYdd[Tb 16.4 138

333 pleωtroniωGeffeωtsGsteerGtheGmeωhπnismGofGπsymmetriωGhydrogenπtionsGofGunfunωtionπlizedG
πrylTsuσstitutedGπlkenesUGJournalhofhthehAmericanhChemicalhSocietySG2004SGXYaSGXaaccTd 16.4 135

332 oeGnovoGdesignGofGsynthetiωGdiTironOtPGωomplexesGπsGstruωturπlGmodelsGofGtheGreduωedGformGofG
ironTironGhydrogenπseUGInorganichChemistrySG2006SG[]SGX]]YTd 5.1 133
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331 ouπlGeleωtronGuptπkeGσyGsimultπneousGironGπndGligπndGreduωtionGinGπnGyTheteroωyωliωGωπrσeneG
suσstitutedG−qeqeαGhydrogenπseGmodelGωompoundUGInorganichChemistrySG2005SG[[SG]]]WTY 5.1 132

330
–heGωπtπlytiωGdehydrogenπtionGofGπmmoniπTσorπneGinvolvingGπnGunexpeωtedGhydrogenGtrπnsferGtoG
ligπtedGωπrσeneGπndGsuσsequentGωπrσonThydrogenGπωtivπtionUGJournalhofhthehAmericanhChemicalh
SocietySG2008SGXZWSGXbdcTd

16.4 128

329 xeωhπnismGofGwπterGsplittingGπndGoxygenToxygenGσondGformπtionGσyGπGmononuωleπrGrutheniumG
ωomplexUGJournalhofhthehAmericanhChemicalhSocietySG2010SGXZYSGXYWTZW 16.4 125

328 sydrogenTsuσstitutedGosmiumGsilyleneGωomplexeseGeffeωtGofGωhπrgeGloωπlizπtionGonGωπtπlytiωG
hydrosilπtionUGJournalhofhthehAmericanhChemicalhSocietySG2006SGXYcSG[YcTd 16.4 122

327 –woT”tπteG“eπωtivityGinGwowTVπlentGtronTxediπtedGnTsGlωtivπtionGπndGtheGtmpliωπtionsGforGztherG
qirstT“owG–rπnsitionGxetπlsUGJournalhofhthehAmericanhChemicalhSocietySG2016SGXZcSGZbX]TZW 16.4 108

326
”eriesGofGmixedGvπlentGqeOttPqeOtPGωomplexesGthπtGmodelGtheGsoxGstπteGofG−qeqeαhydrogenπseeGredoxG
propertiesSGdensityTfunωtionπlGtheoryGinvestigπtionSGπndGreπωtivitiesGwithGextrinsiωGnzUGInorganich
ChemistrySG2008SG[bSGbWWdTY[

5.1 106

325 xethπneGxetπthesisGπtGπGnπtioniωGtridiumGnenterUGJournalhofhthehAmericanhChemicalhSocietySG1996SG
XXcSGaWacTaWad 16.4 105

324 ”ynthesisGofGnπrσoxyliωGlωidTxodifiedG−qeqeαTsydrogenπseGxodelGnomplexesGlmenπσleGtoG”urfπωeG
tmmoσilizπtionUGOrganometallicsSG2007SGYaSGZdbaTZdc[ 3.8 102

323 –heoretiωπlGnπlωulπtionsGofGxetπlToioxygenGnomplexesUGChemicalhReviewsSG1994SGd[SGaZdTa]c 68.1 101

322 zriginsGofGtheGseleωtivityGforGσorylπtionGofGprimπryGoverGseωondπryGnTsGσondsGωπtπlyzedGσyG
npQTrhodiumGωomplexesUGJournalhofhthehAmericanhChemicalhSocietySG2010SGXZYSGZWbcTdX 16.4 97

321 –heoretiωπlGstudiesGofGinorgπniωGπndGorgπnometπlliωGreπωtionGmeωhπnismsUGYUG–heGtrπnsGeffeωtGinG
squπreTplπnπrGplπtinumOttPGπndGrhodiumOtPGsuσstitutionGreπωtionsUGInorganichChemistrySG1991SGZWSGa[aTa]X 5.1 94
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317 xeωhπnistiωGinsightsGintoGiridiumTωπtπlyzedGπsymmetriωGhydrogenπtionGofGdienesUGChemistryhyhAh
EuropeanhJournalSG2005SGXXSGac]dTac 4.8 84

316
tnterTGπndGtntrπmoleωulπrGnâ��sGlωtivπtionGσyGπGnπtioniωGtridiumOtttPGnenterGviπGzxidπtiveTldditionG
“eduωtiveTpliminπtionGπndGˇ�TmondGxetπthesisG‘πthwπysUGJournalhofhthehAmericanhChemicalhSocietySG
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”ynthesisSGreπωtivitySGπndGoq–GstudiesGofGtπntπlumGωomplexesGinωorporπtingGdiπmidoTyTheteroωyωliωG
ωπrσeneGligπndsUGqπωileGendoωyωliωGnTsGσondGπωtivπtionUGJournalhofhthehAmericanhChemicalhSocietySG
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313
xeωhπnismGofGtheGformπtionGofGωπrσoxylπteGfromGπlωoholsGπndGwπterGωπtπlyzedGσyGπG
σipyridineTσπsedGrutheniumGωomplexeGπGωomputπtionπlGstudyUGJournalhofhthehAmericanhChemicalh
SocietySG2014SGXZaSGZcZTd]

16.4 79

312 lGtheoretiωπlGinvestigπtionGofGrutheniumTωπtπlyzedGπlkeneGhydrosilπtioneGevidenωeGtoGsupportGπnG
exωitingGnewGmeωhπnistiωGproposπlUGJournalhofhthehAmericanhChemicalhSocietySG2004SGXYaSGXZ]a[T] 16.4 75

311 t“GspeωtroeleωtroωhemiωπlGstudyGofGtheGσindingGofGωπrσonGmonoxideGtoGtheGπωtiveGsiteGofG
oesulfoviσrioGfruωtosovorπnsGyiTqeGhydrogenπseUGJournalhofhBiologicalhInorganichChemistrySG2002SGbSGZXcTYa3.7 74

310 ‘rediωtionGofGtheGreometriesGofG”impleG–rπnsitionGxetπlG‘olyhydrideGnomplexesGσyG”ymmetryG
lnπlysisUGJournalhofhthehAmericanhChemicalhSocietySG1999SGXYXSGXZ[cTXZ]c 16.4 74

309
”truωturπlGπndGspeωtrosωopiωGfeπturesGofGmixedGvπlentGqeOttPqeOtPGωomplexesGπndGfπωtorsGrelπtedGtoG
theGrotπtedGωonfigurπtionGofGdiironGhydrogenπseUGJournalhofhthehAmericanhChemicalhSocietySG2012SG
XZ[SGXZWcdTXWY

16.4 73

308 –heGmoleωulπrGπndGeleωtroniωGstruωtureGofGωπrσonâ��hydrogenGσondGπωtivπtionGπndGtrπnsitionGmetπlG
πssistedGhydrogenGtrπnsferUGCoordinationhChemistryhReviewsSG2009SGY]ZSGXYWYTXYXc 23.2 72

307 yonωovπlentGσondingeG”tπωkingGinterπωtionsGofGωhelπteGringsGofGtrπnsitionGmetπlGωomplexesUG
CoordinationhChemistryhReviewsSG2017SGZ[]SGZXcTZ[X 23.2 71

306 –heGtheoretiωπlGtrπnsitionGstπteGstruωtureGofGπGmodelGωomplexGσeπrsGπGstrikingGresemσlπnωeGtoGtheG
πωtiveGsiteGstruωtureGofGox”zGreduωtπseUGJournalhofhthehAmericanhChemicalhSocietySG2001SGXYZSG]cYWTX 16.4 70

305 nrystπllogrπphiωGevidenωeGofGπGσπseTfreeGurπniumOtVPGterminπlGoxoGspeωiesUGInorganichChemistrySG
2010SG[dSGbaYWTY 5.1 68

304 nomputπtionπlGxeωhπnistiωG”tudiesGonG“eπωtionsGofG–rπnsitionGxetπlGnomplexesGwithGyoninnoωentG
‘inωerGwigπndseGlromπtizπtionâ��oeπromπtizπtionGorGyotUGACShCatalysisSG2015SG]SGXcd]TXdXZ 13.1 67

303 lnπlysisGofGπGpentπωoordinπteGironGdiωπrσonylGπsGsynthetiωGπnπlogueGofGtheGsmdGorGmonoTironG
hydrogenπseGπωtiveGsiteUGChemistryhyhAhEuropeanhJournalSG2010SGXaSGZWcZTd 4.8 67

302 qorωeGωonstπntsGπndGtheGeleωtroniωGstruωtureGofGωπrσonylGgroupsUGdaGnπrσonylGhπlidesGπndGdihπlidesUG
InorganichChemistrySG1972SGXXSGXaXdTXaY[ 5.1 67

301
pleωtroωhemiωπlGoxidπtionGofGorgπnometπlliωGωomplexesUGnπrσeneGπndGwewisGσπseGωomplexesGofG
ωhromiumSGmolyσdenumSGπndGtungstenGωπrσonylsUGJournalhofhthehChemicalhSocietyhDaltonh
TransactionsSG1973SGXb[Z

66

300
xeωhπnismGofGeleωtroωπtπlytiωGhydrogenGproduωtionGσyGπGdiTironGmodelGofGironTironGhydrogenπseeGπG
densityGfunωtionπlGtheoryGstudyGofGprotonGdissoωiπtionGωonstπntsGπndGeleωtrodeGreduωtionG
potentiπlsUGDaltonhTransactionsSG2010SGZdSGZWdZTXW[

4.3 65

299
lssignmentGofGmoleωulπrGstruωturesGtoGtheGeleωtroωhemiωπlGreduωtionGproduωtsGofGdiironG
ωompoundsGrelπtedGtoG−qeTqeαGhydrogenπseeGπGωomσinedGexperimentπlGπndGdensityGfunωtionπlG
theoryGstudyUGInorganichChemistrySG2007SG[aSGZc[Td[

5.1 65

298 metterGthπnGplπtinumjGquelGωellsGenergizedGσyGenzymesUGProceedingshofhthehNationalhAcademyhofh
ScienceshofhthehUnitedhStateshofhAmericaSG2005SGXWYSGXadXXTY 11.5 65

297 semilπσileGmridgingG–hiolπtesGπsG‘rotonG”huttlesGinGmioinspiredGsG‘roduωtionGpleωtroωπtπlystsUG
JournalhofhthehAmericanhChemicalhSocietySG2016SGXZcSGXYdYWTXYdYb 16.4 64

296
”ulfurGoxygenπtesGofGσiomimetiωsGofGtheGdiironGsuσsiteGofGtheG−qeqeαThydrogenπseGπωtiveGsiteeG
propertiesGπndGoxygenGdπmπgeGrepπirGpossiσilitiesUGJournalhofhthehAmericanhChemicalhSocietySG2009SG
XZXSGcYdaTZWb

16.4 64
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295 –heoretiωπlGstudiesGofGinorgπniωGπndGorgπnometπlliωGreπωtionGmeωhπnismsUGaUGxethπneGπωtivπtionGonG
trπnsientGωyωlopentπdienylωπrσonylrhodiumUGOrganometallicsSG1993SGXYSGZXXcTZXYa 3.8 63

294
mimetπlliωGωlusterGωomplexeseGtheGsynthesisSGstruωturesSGπndGσondingGofGrutheniumGωπrσonylGωlusterG
ωomplexesGωontπiningGpπllπdiumGπndGplπtinumGwithGtheGσulkyGtriTtertTσutylTphosphineGligπndUG
JournalhofhthehAmericanhChemicalhSocietySG2004SGXYaSG]Y]ZTab

16.4 62

293 lGgroupGtheoretiωπlGπnπlysisGonGtrπnsitionTmetπlGωomplexesGwithGmetπlTligπndGmultipleGσondsUG
CoordinationhChemistryhReviewsSG1993SGXYZSGX[dTXab 23.2 62

292 ”uperloπdingGofGtinGligπndsGintoGrhodiumGπndGiridiumGωπrσonylGωlusterGωomplexesUGInorganich
ChemistrySG2004SG[ZSGb]baTc 5.1 61

291
lGtheoretiωπlGstudyGofGtheGprimπryGoxoGtrπnsferGreπωtionGofGπGdioxoGmolyσdenumOVtPGωompoundGwithG
imineGthiolπteGωhelπtingGligπndseGπGmolyσdenumGoxotrπnsferπseGπnπlogueUGJournalhofhthehAmericanh
ChemicalhSocietySG2001SGXYZSGZdd]T[WWY

16.4 60

290 oensityGfunωtionπlGstudyGofGtheGωompleteGpπthwπyGforGtheGseωkGreπωtionGwithGpπllπdiumG
diphosphinesUGJournalhofhOrganometallichChemistrySG2008SGadZSGX]]YTX]aZ 2.3 59

289
lGreexπminπtionGofGtheGpropensitiesGofGπminoGπωidsGtowπrdsGπGpπrtiωulπrGseωondπryGstruωtureeG
ωlπssifiωπtionGofGπminoGπωidsGσπsedGonGtheirGωhemiωπlGstruωtureUGJournalhofhMolecularhModelingSG2008SG
X[SGbadTb]

2 58

288
–heoretiωπlGstudiesGofGinorgπniωGπndGorgπnometπlliωGreπωtionGmeωhπnismsUGZUG–heGoriginGofGtheG
differenωeGinGtheGσπrrierGforGtheGkinetiωGπndGthermodynπmiωGproduωtsGforGtheGoxidπtiveGπdditionGofG
dihydrogenGtoGπGsquπreTplπnπrGiridiumGωomplexUGJournalhofhthehAmericanhChemicalhSocietySG1992SGXX[SG]XbT]YY

16.4 57

287 renerπlizedGmoleωulπrGorσitπlGωπlωulπtionsGonGtrπnsitionTmetπlGdioxygenGωomplexesUGxodelsGforGironG
πndGωoσπltGporphyrinsUGInorganichChemistrySG1984SGYZSG[aYbT[aZY 5.1 57

286 –heoretiωπlG”tudyGofGllternπtiveG‘πthwπysGforGtheGseωkG“eπωtionGthroughGoipπllπdiumGπndG
â��wigπndTqreeâ��G‘πllπdiumGtntermediπtesUGOrganometallicsSG2008SGYbSGaYYYTaYZY 3.8 56

285
xodelingGtheGπωtiveGsitesGinGmetπlloenzymesG]UG–heGheterolytiωGσondGωleπvπgeGofGsOYPGinGtheG−yiqeαG
hydrogenπseGofGdesulfoviσrioGgigπsGσyGπGnuωleophiliωGπdditionGmeωhπnismUGInorganichChemistrySG2001
SG[WSGaYWXTZ

5.1 56

284
–heoretiωπlGstudiesGofGinorgπniωGπndGorgπnometπlliωGreπωtionGmeωhπnismsUG[UGzxidπtiveGπdditionGofG
dihydrogenGtoGdcGsquπreTplπnπrGiridiumGωomplexesGwithGtrπnsGphosphinesUGInorganichChemistrySG1992
SGZXSGZXbTZYX

5.1 56

283 yπtureGofGmetπlTmetπlGinterπωtionsGinGsystemsGwithGσridgingGligπndsUGXUGpleωtroniωGstruωtureGπndG
σondingGinGoωtπωπrσonyldiωoσπltUGInorganichChemistrySG1991SGZWSGXWbdTXWca 5.1 56

282
yonpπrπmeterizedGxzGωπlωulπtionsGofGligπndTσridgedGxYOnzPcTO—YTöPYTtypeGdimersGωontπiningG
metπljmetπlGinterπωtionseGpvidenωeGforGdiωtπtionGofGstereoωhemistryGσyGoneTeleωtronGπndG
twoTeleωtronGmetπljmetπlGˇ�TtypeGσondsUGJournalhofhOrganometallichChemistrySG1974SGbWSG[XZT[YW

2.3 56

281 QuπntumGmeωhπniωπlGmodelsGofGtheGrestingGstπteGofGtheGvπnπdiumTdependentGhπloperoxidπseUG
InorganichChemistrySG2004SG[ZSG[XYbTZa 5.1 54

280 ”truωturesGπndGenergetiωsGofGmodelsGforGtheGπωtiveGsiteGofGπωetylTωoenzymeGπGsynthπseeGroleGofGdistπlG
πndGproximπlGmetπlsGinGωπtπlysisUGJournalhofhthehAmericanhChemicalhSocietySG2004SGXYaSGZ[XWTX 16.4 54

279 —seGofGspinTorσitGωouplingGinGtheGinterpretπtionGofGphotoeleωtronGspeωtrπUGtUGlppliωπtionGtoG
suσstitutedGrheniumGpentπωπrσonylsUGJournalhofhthehAmericanhChemicalhSocietySG1975SGdbSGYW]bTYWa] 16.4 53

278 —nderstπndingGtheGpffeωtsGofGmidentπteGoireωtingGrroupseGlG—nifiedG“πtionπleGforGspOYPGπndGspOZPG
nTsGmondGlωtivπtionsUGJournalhofhOrganichChemistrySG2015SGcWSG[abYTcY 4.2 52
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277 lσGtnitioGnπlωulπtionsGofGtheGreometriesGπndGmondingGpnergiesGofGllkπneGπndGqluoroπlkπneG
nomplexesGwithG–ungstenG‘entπωπrσonylUGJournalhofhPhysicalhChemistryhASG1997SGXWXSG[a[aT[a]Y 2.8 52

276 xodelingGtheGπωtiveGsitesGofGmetπlloenzymesUG[UG‘rediωtionsGofGtheGunreπdyGstπtesGofG−yiqeαG
oesulfoviσrioGgigπsGhydrogenπseGfromGdensityGfunωtionπlGtheoryUGInorganichChemistrySG2001SG[WSGXcTY[ 5.1 52

275 –heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGX]UGnπtπlytiωGllkπneG
oehydrogenπtionGσyGtridiumOtttPGnomplexesUGJournalhofhthehAmericanhChemicalhSocietySG1999SGXYXSGZddYTZddd16.4 52

274 ‘repπrπtionGπndG–hermπlGoeωompositionGofGySyNToiπωylTySyNToiπlkoxyhydrπzineseG”ynthetiωG
lppliωπtionsGπndGxeωhπnistiωGtnsightsUGJournalhofhthehAmericanhChemicalhSocietySG1995SGXXbSG[cbWT[cb[ 16.4 52

273 ‘roσlemsGinGtheGtheoretiωπlGdesωriptionGofGmetπlTmetπlGmultipleGσondsGorGhowGtGleπrnedGtoGhπteGtheG
eleωtronGωorrelπtionGproσlemUGPolyhedronSG1987SGaSGabdTac[ 2.7 52

272 miomimetiωsGofG−yiqeαTsydrogenπseeGyiωkelTGorGtronTnenteredG‘rotonG“eduωtionGnπtπlysisjUGJournalh
ofhthehAmericanhChemicalhSocietySG2017SGXZdSGXcWa]TXcWbW 16.4 50

271 –heGosmiumTsiliωonGtripleGσondeGsynthesisSGωhπrπωterizπtionSGπndGreπωtivityGofGπnGosmiumGsilylyneG
ωomplexUGJournalhofhthehAmericanhChemicalhSocietySG2013SGXZ]SGXXbcWTZ 16.4 50

270 –riggerGmeωhπnismGforGtheGωπtπlytiωGhydrogenGπωtivπtionGσyGmonoironGOironTsulfurGωlusterTfreePG
hydrogenπseUGJournalhofhthehAmericanhChemicalhSocietySG2008SGXZWSGX[WZaTb 16.4 50

269
“oleGofGtheGωhemiωπllyGnonTinnoωentGligπndGinGtheGωπtπlytiωGformπtionGofGhydrogenGπndGωπrσonG
dioxideGfromGmethπnolGπndGwπterGwithGtheGmetπlGπsGtheGspeωtπtorUGJournalhofhthehAmericanhChemicalh
SocietySG2015SGXZbSGXYZZWT[Y

16.4 49

268 xeωhπnistiωGinvestigπtionGofGtheGoxygenTπtomTtrπnsferGreπωtivityGofGdioxoTmolyσdenumOVtPG
ωomplexesUGChemistryhyhAhEuropeanhJournalSG2006SGXYSGb]WXTd 4.8 49

267 tnterruptionGofGωonjugπtionGinGpolyenesGσoundGtoGtrπnsitionTmetπlGfrπgmentsUGJournalhofhtheh
AmericanhChemicalhSocietySG1983SGXW]SG[dZWT[d[X 16.4 49

266 “edoxGπωtiveGironGnitrosylGunitsGinGprotonGreduωtionGeleωtroωπtπlysisUGNaturehCommunicationsSG2014SG
]SGZac[ 17.4 47

265 nomputπtionπlGdefinitionGofGπGmixedGvπlentGqeOttPqeOtPGmodelGofGtheG−qeqeαhydrogenπseGπωtiveGsiteG
restingGstπteUGJournalhofhInorganichBiochemistrySG2007SGXWXSGXb]YTb 4.2 46

264 sowGeleωtronGflowGωontrolsGtheGthermoωhemistryGofGtheGπdditionGofGolefinsGtoGniωkelGdithioleneseG
prediωtionsGσyGdensityGfunωtionπlGtheoryUGJournalhofhthehAmericanhChemicalhSocietySG2002SGXY[SGXYWbaTb 16.4 46

263 zriginsGofG”eleωtiveGnOspYPâ��sGlωtivπtionG—singG–rπnsitionGxetπlGnomplexesGwithGySyTmidentπteG
oireωtingGrroupseGlGnomσinedG–heoretiωπlâ��pxperimentπlG”tudyUGACShCatalysisSG2014SG[SGa[dTa]a 13.1 44

262 ‘rediωtionGofGtheG“eπωtiveGtntermediπtesGinGllkπneGlωtivπtionGσyG–risOpyrπzolylGσorπtePrhodiumG
nπrσonylUGJournalhofhPhysicalhChemistryhASG1998SGXWYSGXdaZTXda[ 2.8 44

261
nompπrisonGofGsπrtreeâ��qoωkSGoensityGqunωtionπlSGxˆ‚llerâ��‘lessetG‘erturσπtionSGnoupledGnlusterSG
πndGnonfigurπtionGtnterπωtionGxethodsGforGtheGxigrπtoryGtnsertionGofGyitriωGzxideGintoGπG
noσπltâ��nπrσonGmondUGJournalhofhPhysicalhChemistryhASG1997SGXWXSGXZaWTXZa]

2.8 43

260 –heGmeωhπnismGofGπlkeneGπdditionGtoGπGniωkelGσisOdithiolenePGωomplexeGtheGroleGofGtheGreduωedG
metπlGωomplexUGJournalhofhthehAmericanhChemicalhSocietySG2012SGXZ[SG[[cXT[ 16.4 40
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259 ‘hotoreversiσleGmultipleGπdditionsGofGhydrogenGtoGπGhighlyGunsπturπtedGplπtinumTrheniumGωlusterG
ωomplexUGJournalhofhthehAmericanhChemicalhSocietySG2007SGXYdSGdcaTXWWW 16.4 40

258
”elfTπssemσlyGofGdinitrosylGironGunitsGintoGimidπzolπteTedgeTσridgedGmoleωulπrGsquπreseG
ωhπrπωterizπtionGinωludingGxˆ¶ssσπuerGspeωtrosωopyUGJournalhofhthehAmericanhChemicalhSocietySG2011SG
XZZSGYW[YaTZ[

16.4 39

257 oeterminπtionGofGωopperGσindingGsitesGinGpeptidesGωontπiningGσπsiωGresidueseGπGωomσinedG
experimentπlGπndGtheoretiωπlGstudyUGInternationalhJournalhofhMasshSpectrometrySG2001SGYW[SGZXT[a 1.9 39

256 sighTspinGyiOttPSGπGsurprisinglyGgoodGstruωturπlGmodelGforG−yiqeαGhydrogenπseUGJournalhofhtheh
AmericanhChemicalhSocietySG2002SGXY[SGZd[T] 16.4 39

255 –rπnsitionGmetπlGpolyhydrideGωomplexesUGYUG–heoretiωπlGmethodsGforGtheGdeterminπtionGofGstπσilitiesG
ofGωlπssiωπlGπndGnonωlπssiωπlGisomersUGJournalhofhthehAmericanhChemicalhSocietySG1992SGXX[SGYdYcTYdZY 16.4 39

254 lGmπtrixGofGheteroσimetπlliωGωomplexesGforGinterrogπtionGofGhydrogenGevolutionGreπωtionG
eleωtroωπtπlystsUGChemicalhScienceSG2017SGcSGcYdXTcZWW 9.4 38

253 “efiningGtheGπωtiveGsiteGstruωtureGofGironTironGhydrogenπseGusingGωomputπtionπlGinfrπredG
speωtrosωopyUGInorganichChemistrySG2008SG[bSGYZcWTc 5.1 38

252 “hodiumGsilylGσorylGhydrideGωomplexeseGωompπrisonGofGσondingGπndGtheGrπtesGofGeliminπtionGofG
σorπneSGsilπneSGπndGdihydrogenUGAngewandtehChemiehyhInternationalhEditionSG2004SG[ZSG][b[Tb 16.4 38

251 “eπωtionGofGtheGXScTσisOdiphenylmethyliumPnπphthπlenediylGdiωπtionGwithGfluorideeGformπtionGofGπG
ωπtionGωontπiningGπGnTqTTinGσridgeUGJournalhofhthehAmericanhChemicalhSocietySG2004SGXYaSGcXcdTda 16.4 38

250 xodelingGstruωturesGπndGviσrπtionπlGfrequenωiesGforGdinitrosylGironGωomplexesGOoytnsPGwithGdensityG
funωtionπlGtheoryUGInorganichChemistrySG2011SG]WSGc]ZYT[W 5.1 37

249
”ynthesisSGωhπrπωterizπtionSGπndGeleωtroniωGstruωturesGofGπGseriesGofGtwoTdimensionπlGtrimetπlliωG
ωlusterGωomplexesSG“uZOnzPdOmuT”n‘hYPZ−‘tO‘muOtPZPαxSGxGhGWTZUGJournalhofhthehAmericanhChemicalh
SocietySG2007SGXYdSGXYZYcT[W

16.4 37

248
–heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGdUGtntermoleωulπrGversusG
tntrπmoleωulπrGnπrσonâ��sydrogenGmondGlωtivπtionGinGüirωoniumSG“hodiumSGπndGtridiumGnomplexesUG
OrganometallicsSG1996SGX]SGXccdTXcdb

3.8 37

247 –rπnsitionTmetπlGpolyhydrideGωomplexesUGZUG“elπtiveGstπσilitiesGofGωlπssiωπlGπndGnonωlπssiωπlGisomersUG
JournalhofhthehAmericanhChemicalhSocietySG1992SGXX[SGaXWYTaXWc 16.4 37

246
‘hotoeleωtronGspeωtrπGπndGmoleωulπrGorσitπlGωπlωulπtionsGonG
σisOωyωlopentπdienyldiωπrσonylωhromiumSGTmolyσdenumSGπndGTtungstenPeGnπtureGofGtheGσondingGofG
lineπrGsemiσridgingGωπrσonylsUGJournalhofhthehAmericanhChemicalhSocietySG1984SGXWaSG]WbdT]WcZ

16.4 37

245
oensityGqunωtionπlGnπlωulπtionsGonG‘rotonπtionGofGtheG−qeqeαTsydrogenπseGxodelGnomplexG
qeYO˛…TpdtPOnzP[O‘xeZPYGπndG”uσsequentGtsomerizπtionG‘πthwπysUGEuropeanhJournalhofhInorganich
ChemistrySG2011SGYWXXSGXWcWTXWdZ

2.3 36

244 –hermπlGdeωompositionGpπthwπysGofGhydroxylπmineeGtheoretiωπlGinvestigπtionGonGtheGinitiπlGstepsUG
JournalhofhPhysicalhChemistryhASG2010SGXX[SGdYaYTd 2.8 36

243 oensityGfunωtionπlGtheoryGonGtheGlπrgerGπωtiveGsiteGmodelsGforG−yiqeαGhydrogenπseseG–woTstπteG
reπωtivityjUGCompteshRendushChimieSG2008SGXXSGbdWTcW[ 2.7 36

242 nomputπtionπlGstudiesGonGethyleneGπdditionGtoGniωkelGσisOdithiolenePUGJournalhofhPhysicalhChemistryh
ASG2012SGXXaSG[baTcY 2.8 35
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241 –uningG“eπωtivityGofGmioinspiredG−yiqeαTsydrogenπseGxodelsGσyGwigπndGoesignGπndGxodelingGtheGnzG
tnhiσitionG‘roωessUGACShCatalysisSG2018SGcSGXWa]cTXWaab 13.1 35

240 tntrπmoleωulπrGironTmediπtedGnTsGσondGheterolysisGwithGπnGπssistGofGpendπntGσπseGinGπG
−qeqeαThydrogenπseGmodelUGJournalhofhthehAmericanhChemicalhSocietySG2014SGXZaSGXacXbTYZ 16.4 34

239 oensityGfunωtionπlGtheoryGstudyGofGtheGmeωhπnismGforGyiOysnPYGωπtπlyzedGdehydrogenπtionGofG
πmmoniπâ��σorπneGforGωhemiωπlGhydrogenGstorπgeUGJournalhofhOrganometallichChemistrySG2009SGad[SGYcZXTYcZc2.3 34

238
oensityGqunωtionπlG–heoryGtnvestigπtionGintoGtheGxeωhπnismGforG˛•YTllkyneGtoGVinylideneG
tsomerizπtionGσyGtheGldditionGofG‘henylπωetyleneGtoG−O˛•ZTnZs]P“hO‘i‘rZPYαUGOrganometallicsSG2008SG
YbSG[ZY]T[ZZZ

3.8 34

237
norrelπtionGσetweenGωomputedGgπsTphπseGπndGexperimentπllyGdeterminedGsolutionTphπseGinfrπredG
speωtrπeGmodelsGofGtheGironTironGhydrogenπseGenzymeGπωtiveGsiteUGJournalhofhComputationalh
ChemistrySG2006SGYbSGX[][TaY

3.5 34

236 –heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGXcUGnπtπlytiωG–rπnsferG
oehydrogenπtionGofGllkπnesGσyGπnGtridiumOtttPG‘inωerGnomplexUGOrganometallicsSG2001SGYWSGYX]ZTYXaW 3.8 34

235 ”mπllGøttriumâ��nπrσonGπndGwπnthπnumâ��nπrσonGnlusterseGG“ingsGlreGxostG”tπσleUGThehJournalhofh
PhysicalhChemistrySG1996SGXWWSGXcWWbTXcWWd 34

234 ‘roσlemsGinGtheGtheoretiωπlGstruωtureGofGorgπnometπlliωGmoleωuleseGgenerπlizedGmoleωulπrGorσitπlSG
ωonfigurπtionGinterπωtionGωπlωulπtionsGonGferroωeneUGChemicalhPhysicshLettersSG1985SGXX[SGZZcTZ[Y 2.5 34

233
sighGenergyGphotoeleωtronGspeωtrosωopyGofGtrπnsitionGmetπlGωomplexesUG‘πrtGZUâ��oireωtG
meπsurementGπndGinterpretπtionGofGtheGωoreGlevelGshiftsGσetweenGfreeGπndGωomplexedGnzSGπndGtheG
σondingGinGsomeGsuσstitutedGmπngπneseGpentπωπrσonylsUGJournalhofhthehChemicalhSocietywhFaradayh
Transactionsh2SG1973SGadSGXabbTXac[

34

232 tnterplπyGofGhemilπσilityGπndGredoxGπωtivityGinGmodelsGofGhydrogenπseGπωtiveGsitesUGProceedingshofhtheh
NationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaSG2017SGXX[SGpdbb]TpdbcY 11.5 33

231 nlusterGsynthesisâ��öötttUG–heGsynthesisSGstruωtureGπndGσondingGofGqe[OnzPXWO˛…TnzPO˛…[T”PYUG
PolyhedronSG1989SGcSGXcc]TXcdW 2.7 33

230 lmσidentπteGthioωyπnπteGπndGωyπnπteGligπndsGinGdinitrosylGironGωomplexesUGInorganichChemistrySG
2013SG]YSGYXXdTY[ 5.1 32

229 —nderstπndingGtheGfπωtorsGπffeωtingGtheGπωtivπtionGofGπlkπneGσyGnpN“hOnzPYGOnpNGhGnpGorGnpQPUG
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaSG2010SGXWbSGYWXbcTcZ 11.5 32

228 sighGnuωleπrityGiridiumTplπtinumGωlusterseGsynthesisSGstruωturesSGσondingSGπndGreπωtivityUGJournalhofh
thehAmericanhChemicalhSocietySG2005SGXYbSGXWWbTX[ 16.4 32

227 reometriωGdistortionsGinGfourTleggedGpiπnoTstoolGωyωlopentπdienylGtrπnsitionTmetπlGωomplexesUG
OrganometallicsSG1993SGXYSGXdTYZ 3.8 32

226 yiωkelTmπngπneseGsulfidoGωπrσonylGωlusterGωomplexesUGsynthesisSGstruωtureSGπndGpropertiesGofGtheG
unusuπlGpπrπmπgnetiωGωomplexesGnpYyiYxnOnzPZOmuGZTpPYSGpGhG”SG”eUGInorganichChemistrySG2004SG[ZSGY]X]TY]5.1 31

225 “eωentGtheoretiωπlGprediωtionsGofGtheGπωtiveGsiteGforGtheGoσservedGformsGinGtheGωπtπlytiωGωyωleGofG
yiTqeGhydrogenπseUGJournalhofhBiologicalhInorganichChemistrySG2001SGaSG[abTbZ 3.7 31

224 pleωtroniωGstruωtureGofGmetπlGωlustersUGXUG‘hotoeleωtronGspeωtrπGπndGmoleωulπrGorσitπlGωπlωulπtionsG
onGπlkylidynetriωoσπltGnonπωπrσonylGωlustersUGInorganichChemistrySG1981SGYWSG[[XdT[[Y] 5.1 31
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223 nontroversiπlGpxothermiωityGofGtheGzxidπtiveGldditionGofGxethπneGtoGOnyωlopentπdienylPrhodiumG
nπrσonylUGThehJournalhofhPhysicalhChemistrySG1996SGXWWSGXZdbaTXZdbc 30

222 oinuωleπrGrutheniumGπndGironGωomplexesGωontπiningGpπllπdiumGπndGplπtinumGwithG
triTtertTσutylphosphineGligπndseGsynthesisSGstruωturesSGπndGσondingUGInorganichChemistrySG2004SG[ZSGZdYXTd5.1 30

221
–rπnsitionGxetπlG‘olyhydrideGnomplexesUGXWUGtntrπmoleωulπrGsydrogenGpxωhπngeGinGtheGzωtπhedrπlG
tridiumOtttPGoihydrogenGoihydrideGnomplexesGtrösYO˛•YTsYPO‘“ZPYOöGhGnlSGmrSGtPUGJournalhofhtheh
AmericanhChemicalhSocietySG2000SGXYYSGYdWZTYdXW

16.4 30

220 −[GRGYαGoimerizπtionGπndGnyωloπdditionG“eπωtionsGofGπlphπSσetπT—nsπturπtedG”elenoπldehydesGπndG
”elenoketonesUGJournalhofhOrganichChemistrySG1999SGa[SGX]a]TX]b] 4.2 30

219 –rπnsitionGxetπlG‘olyhydrideGnomplexesUGcUG‘entπhydridoOωyωlopentπdienylPosmiumOVtPUGJournalhofh
thehAmericanhChemicalhSocietySG1996SGXXcSGcdXaTcdXd 16.4 30

218 wineπrGsemiσridgingGωπrσonylsUGYUGseteroσimetπlliωGωomplexesGωontπiningGπGωoordinπtivelyG
unsπturπtedGlπteGtrπnsitionGmetπlGωenterUGJournalhofhthehAmericanhChemicalhSocietySG1989SGXXXSGX]aZTX]ad16.4 30

217 ”truωtureGπndGxπgnetizπtionGoynπmiωsGofGoyTqeGπndGoyT“uGmondedGnomplexesUGAngewandteh
ChemiehyhInternationalhEditionSG2018SG]bSGcX[[TcX[c 16.4 29

216
–heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGXXUGxigrπtoryGtnsertionG
ofGnoordinπtedGyitriωGzxideGintoGnoσπltâ��nπrσonGmondsUGJournalhofhthehAmericanhChemicalhSocietySG
1997SGXXdSGZWbbTZWca

16.4 29

215 menzeneGωhromiumGtriωπrσonylGrevisitedeG–heoretiωπlGstudyGofGtheGstruωtureGπndGdynπmiωsGofG
O˛•aTnasaPnrOnzPZUGInternationalhJournalhofhQuantumhChemistrySG2000SGbbSGX]YTXaW 2.1 29

214 sydrideGloωπtionsGπndGσondingGstudiesGinGsomeGsilylGpolyhydrideGrheniumGωomplexesUGInorganich
ChemistrySG1991SGZWSGY]adTY]bY 5.1 29

213 nπrσonThydrogenGπωtivπtionGofGωyωloπlkπnesGσyGωyωlopentπdienylωπrσonylrhodiumTTπGlifetimeG
enigmπUGJournalhofhthehAmericanhChemicalhSocietySG2014SGXZaSGcaX[TY] 16.4 28

212
zrthoTxetπlπtionGoynπmiωsGπndGwigπndGqluxionπlityGinGtheGnonversionGofGzsZOnzPXWOdppmPGtoG
szsZOnzPc−˛…T‘h‘Onas[T˛…YS˛•XPnsY‘‘hYαeGpxperimentπlGπndGoq–GpvidenωeGforGtheG‘πrtiωipπtionGofG
lgostiωGnâ��sGπndGˇ�TlrylGtntermediπtesGπtGπnGtntπωtG–riosmiumGnlusterUGOrganometallicsSG2010SGYdSG[W[XT[W]b

3.8 28

211 ‘otentiπlGhydrogenGσottleneωkGinGniωkelTironGhydrogenπseUGInorganichChemistrySG2010SG[dSGaZbcTcW 5.1 28

210 –heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGXWUG“eversπlGinG”tπσilityG
ofG“hodiumGπndGtridiumG˛•YTptheneGπndGsydridovinylGnomplexesUGOrganometallicsSG1997SGXaSGXdaYTXdac 3.8 28

209 pleωtroniωGπndGsteriωGeffeωtsGonGmoleωulπrGdihydrogenGπωtivπtionGinG−npzss[OwPαRGOwGhG‘‘hZSGls‘hZSG
πndG‘nyZPUGJournalhofhthehAmericanhChemicalhSocietySG2005SGXYbSGX]WdXTXWX 16.4 28

208 znGtheGσehπviorGofGπlphπSσetπTunsπturπtedGthioπldehydesGπndGthioketonesGinGtheGoielsTllderG
reπωtionUGJournalhofhOrganichChemistrySG2000SGa]SGaaWXTXY 4.2 28

207 VπlenωeGshellGeleωtronGpπirGrepulsionsGπndGtheG‘πuliGexωlusionGprinωipleUGJournalhofhthehAmericanh
ChemicalhSocietySG1978SGXWWSGaZZZTaZZc 16.4 28

206 lppπrentGπntiTWoodwπrdTsoffmπnnGπdditionGtoGπGniωkelGσisOdithiolenePGωomplexeGtheGreπωtionG
meωhπnismGinvolvesGreduωedSGdimetπlliωGintermediπtesUGInorganichChemistrySG2013SG]YSGZbXXTYZ 5.1 27
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205 pxtremelyGloωπlizedGmoleωulπrGorσitπlsGOpwxzPeGπGnonTorthogonπlGsπrtreeTqoωkGmethodUGTheoreticalh
ChemistryhAccountsSG1997SGdbSGdaTXWd 1.9 27

204 –heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGX[UG˛†TsydrogenG
–rπnsferGπndGllkeneVllkyneGtnsertionGπtGπGnπtioniωGtridiumGnenterUGOrganometallicsSG1998SGXbSG]XZdT]X[b3.8 27

203 —nsπturπtedGplπtinumTrheniumGωlusterGωomplexesUG”ynthesisSGstruωturesGπndGreπωtivityUGJournalhofh
thehAmericanhChemicalhSocietySG2007SGXYdSG]dcXTdX 16.4 26

202 oeGyovoGdesignGinGorgπnometπlliωGωhemistryeGstπσilizingGiridiumOVPUGCoordinationhChemistryhReviewsSG
2003SGYZcTYZdSGZX]TZZX 23.2 26

201 wineπrGsemiσridgingGωπrσonylsUG[UGlGωonsequenωeGofGsteriωGωrowdingGπndGstrongGmetπlTtoTmetπlG
σondingUGJournalhofhthehAmericanhChemicalhSocietySG1992SGXX[SGXa[XTXa[] 16.4 26

200 reometryGoptimizπtionGofGorgπnometπlliωGωomplexeseGlGstudyGofGσπsisGsetsUGInternationalhJournalhofh
QuantumhChemistrySG1987SGZYSG]WZT]XY 2.1 26

199 ”tereoωhemiωπlGπωtivityGofGsGorσitπlsUGInorganichChemistrySG1978SGXbSGYYaXTYYad 5.1 26

198 noσπltG‘inωerGnomplexesGinGnπtπlytiωGnTsGmorylπtioneG–heG‘inωerGwigπndGqlipsG“πtherG–hπnG
oeπromπtizesUGACShCatalysisSG2018SGcSGXWaWaTXWaXc 13.1 26

197 renerπlizedGxoleωulπrGzrσitπlG–heoryGttUGJournalhofhPhysicalhChemistryhASG1997SGXWXSGadZaTad[[ 2.8 25

196 “egioseleωtiveGOXYPnzVOXZPnzGexωhπngeGπωtivityGofGπGmixedTvπlentGqeOiiPqeOiPGmodelGofGtheGsOoxPG
stπteGofG−qeqeαThydrogenπseUGChemicalhCommunicationsSG2008SGX]aZT] 5.8 25

195
‘roσingGtheGxeωhπnismGofGnπrσonâ��sydrogenGmondGlωtivπtionGσyG‘hotoωhemiωπllyGrenerπtedG
sydridotrisOpyrπzolylPσorπtoGnπrσonylG“hodiumGnomplexeseGyewGpxperimentπlGπndG–heoretiωπlG
tnvestigπtionsUGOrganometallicsSG2008SGYbSGXcdTYWX

3.8 25

194 ”truωtureGπndG”tπσilityGofGwπnthπnumâ��nπrσonGnπtionsUGJournalhofhPhysicalhChemistryhASG1998SGXWYSGa[XTa[]2.8 25

193 pxperimentπlGπndG–heoretiωπlG”tudiesGofGyonωlπssiωπlGdWGnyωlopentπdienylG‘olyhydrideGnomplexesG
ofGxolyσdenumGπndG–ungstenUGOrganometallicsSG1998SGXbSG[ZWdT[ZX] 3.8 25

192 –owπrdsGunderstπndingGofGlπnthπnideTtrπnsitionGmetπlGσondingeGinvestigπtionsGofGtheGfirstGneTqeG
σondedGωomplexUGChemicalhCommunicationsSG2018SG][SGXWcdZTXWcda 5.8 25

191 nπrσonGmonoxideGinduωedGreduωtiveGeliminπtionGofGdisulfideGinGπnGyTheteroωyωliωGωπrσeneG
OysnPVthiolπteGdinitrosylGironGωomplexGOoytnPUGJournalhofhthehAmericanhChemicalhSocietySG2013SGXZ]SGc[YZTZW16.4 24

190 –hermπllyG”tπσleGsomogeneousGnπtπlystsGforGllkπneGoehydrogenπtionUGAngewandtehChemieSG2001SG
XXZSGZbWcTZbXY 3.6 24

189
pxplπnπtionGofGtheGunexpeωtedGdifferenωesGinGtheGgroundGstπtesGofGdimethylTGπndG
diωhloroσis−XSYTσisOdimethylphosphinoPethπneαtitπniumUGJournalhofhthehAmericanhChemicalhSocietySG
1991SGXXZSGYcdcTYdWZ

16.4 24

188 WhπtGtsG”peωiπlGπσoutGlromπtiωTlromπtiωGtnterπωtionsjG”ignifiωπntGlttrπωtionGπtGwπrgeGsorizontπlG
oisplπωementUGACShCentralhScienceSG2020SGaSG[YWT[Y] 16.8 23
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187
ooGmZwø‘GπndGnn”o–GprediωtGdifferentGhydrosilylπtionGmeωhπnismsjGtnfluenωesGofGtheoretiωπlG
methodsGπndGσπsisGsetsGonGrelπtiveGenergiesGinGrutheniumTsilyleneTωπtπlyzedGethyleneG
hydrosilylπtionUGJournalhofhPhysicalhChemistryhASG2006SGXXWSGX[XaTY]

2.8 23

186 –rπnsitionGxetπlG‘olyhydrideGnomplexesUGXXUGxeωhπnistiωG”tudiesGofGtheGnisGtoG–rπnsGtsomerizπtionG
ofGtheGtridiumOtttPGoihydrideGtrOsPYOnzPwGOwGhGnasZOnsY‘OsPYPYPUGOrganometallicsSG1999SGXcSG]acYT]acb 3.8 23

185 –heoretiωπlGstudiesGofGinorgπniωGπndGorgπnometπlliωGreπωtionGmeωhπnismsUG]UG”uσstitutionGreπωtionsG
ofGXbTGπndGXcTeleωtronGtrπnsitionTmetπlGhexπωπrσonylGωomplexesUGInorganichChemistrySG1992SGZXSGYbdXTYbdb5.1 23

184 nomputπtionπlGinsightsGintoGurπniumGωomplexesGsupportedGσyGredoxTπωtiveG˛–TdiimineGligπndsUG
InorganichChemistrySG2012SG]XSGYW]cTa[ 5.1 22

183 nhπrπωterizπtionGofGtheGπωtiveGsiteGofGωπtπlytiωπllyGinπωtiveGformsGofG−yiqeαGhydrogenπsesGσyGdensityG
funωtionπlGtheoryUGJournalhofhBiologicalhInorganichChemistrySG2007SGXYSGb]XTaW 3.7 22

182
–heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGYWUGnπrσonâ��sydrogenG
πndGnπrσonâ��nπrσonGmondGlωtivπtionGofGnyωlopropπneGσyGnπtioniωGtridiumOtttPGπndGyeutrπlG
“hodiumOtPGπndGtridiumOtPGnomplexesUGOrganometallicsSG2001SGYWSG]aWaT]aXZ

3.8 22

181
nompπrisonGofGxoellerT‘lessetG‘erturσπtionGxethodsSGnompleteGlωtiveG”pπωeG”elfTnonsistentGqieldG
–heorySGπndGπGyewGrenerπlizedGxoleωulπrGzrσitπlGxethodGforGzxygenGltomG–rπnsferGfromGπG
xolyσdenumGnomplexGtoGπG‘hosphineUGThehJournalhofhPhysicalhChemistrySG1995SGddSGXaZX]TXaZXd

22

180 –rπnsitionGmetπlGpolyhydrideGωomplexesUGaUGnpxwaTnsnGOnGhG[TaPGωomplexesUGOrganometallicsSG1993SG
XYSG[W[aT[W]W 3.8 22

179 –rπnsitionGmetπlGpolyhydrideGωomplexesUG[UGsighlyGstπσleGnonωlπssiωπlGisomersGwithGoωtπhedrπlG
struωturesUGInorganichChemistrySG1992SGZXSG[YaYT[Ya] 5.1 22

178 –heoretiωπlGstudyGofGtheGgeometryGofG‘sZSG‘qZGπndGtheirGgroundGioniωGstπtesUGJournalhofhtheh
ChemicalhSocietywhFaradayhTransactionsh2SG1973SGadSGa[Z 22

177 zxygenGuptπkeGinGωomplexesGrelπtedGtoG−yiqe”αTGπndG−yiqe”eαThydrogenπseGπωtiveGsitesUGChemicalh
ScienceSG2019SGXWSGXZacTXZbZ 9.4 21

176 “oleGofGπromπtiωGπminoGπωidsGinGπmyloidGselfTπssemσlyUGInternationalhJournalhofhBiologicalh
MacromoleculesSG2020SGX]aSGd[dTd]d 7.9 21

175 lGnewGmeωhπnismGforGtheGωonversionGofGtrπnsitionGmetπlGπzidesGtoGimidoGωomplexesUGJournalhofhtheh
AmericanhChemicalhSocietySG2008SGXZWSGXa[]YTZ 16.4 21

174 –heGnompetitionGσetweenGllleneGπndGmutπdieneGinGtheGnπrσonâ��sydrogenGmondGlωtivπtionGtnitiπtedG
σyGπG–ungstenGlllylGnomplexeGGlGoq–G”tudyUGOrganometallicsSG2005SGY[SGZcYbTZcZ] 3.8 21

173 mondTstretωhGisomersGofGtrπnsitionTmetπlGωomplexesUGooGtheyGexistjUGInorganichChemistrySG1991SGZWSG[[ZZT[[Zb5.1 21

172
‘roσingGtheGnπrσonTsydrogenGlωtivπtionGofGllkπnesGqollowingG‘hotolysisGofG
–pN“hOny“POωπrσodiimidePeGlGnomputπtionπlGπndG–imeT“esolvedGtnfrπredG”peωtrosωopiωG”tudyUG
JournalhofhthehAmericanhChemicalhSocietySG2018SGX[WSGXc[YTXc][

16.4 20

171 oensityGfunωtionπlGstudyGofGtheGthermodynπmiωsGofGhydrogenGproduωtionGσyGtetrπironGhexπthiolπteSG
qe[−xenOnsY”PZαYOnzPcSGπGhydrogenπseGmodelUGInorganichChemistrySG2010SG[dSG]bZbT[b 5.1 20

170 ”ynthesisSG”truωtureSGπndGsydrideâ��oeuterideGpxωhπngeG”tudiesGofGnpxosZO‘xeY‘hPYGπndG
–heoretiωπlG”tudiesGofGtheGnpxosZO‘xeZPYGxodelG”ystemUGOrganometallicsSG1997SGXaSGXXbdTXXc] 3.8 20

(1997-2006)
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169 qπωtorsGπffeωtingGtheGstruωtureGofGsuσstitutedGtrisOpyrπzolylPσorπteGrhodiumGdiωπrσonylGωomplexesUG
InorganicahChimicahActaSG2002SGZZWSGYacTYcY 2.7 20

168 –heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGXdUG”uσstitutionG
“eπωtionGinGnyωlopentπdienylGxetπlGoiωπrσonylsUGOrganometallicsSG2001SGYWSG]bY[T]bZW 3.8 20

167 πσGinitioGmoleωulπrGorσitπlGstudyGofGtheGgeometryGofGtheGinterhπlogensUGJournalhofhthehChemicalh
SocietywhFaradayhTransactionsh2SG1973SGadSGXcYd 20

166
nompπrπtiveGinsightGintoGeleωtroniωGpropertiesGπndGreπωtivitiesGtowπrdGnTsGσondGπωtivπtionGσyG
ironOtVPTnitridoSGironOtVPToxoSGπndGironOtVPTsulfidoGωomplexeseGπGtheoretiωπlGinvestigπtionUGInorganich
ChemistrySG2013SG]YSGYac[Tda

5.1 19

165 nπrσonThydrogenGvsUGωπrσonThπlogenGoxidπtiveGπdditionGofGωhloroσenzeneGσyGπGneutrπlGiridiumG
ωomplexGexploredGσyGoq–UGDaltonhTransactionsSG2009SG]dZZT[Y 4.3 19

164
–heoretiωπlGstudiesGofGinorgπniωGπndGorgπnometπlliωGreπωtionGmeωhπnismsUGbUGlσGinitioGpotentiπlG
energyGsurfπωesGofGωπrσonylGsuσstitutionsGonGsixTωoordinπteGtrπnsTWOnzP[OyzPnlGπndG“eOnzP]nlUG
JournalhofhthehAmericanhChemicalhSocietySG1993SGXX]SGZYbTZZa

16.4 19

163 tnterruptionGofGωonjugπtionGinGtrπnsitionGmetπlGσoundGpolyeneseGπGreinvestigπtionGofGtheGxTrπyG
ωrystπlGstruωtureGofGOhexπmethylσenzenePtriωπrσonylωhromiumUGInorganichChemistrySG1987SGYaSGYXcaTYXcc5.1 19

162 mondGenergyGπndGωonformπtionGofGtheGmolyσdenumTtoTmolyσdenumGtripleGσondUGJournalhofhtheh
AmericanhChemicalhSocietySG1980SGXWYSGYXW[TYXWa 16.4 19

161 nomputπtionπlGinvestigπtionGofGtheGωonωertedGdismutπtionGofGωhloriteGionGσyGwπterTsoluσleGironG
porphyrinsUGInorganichChemistrySG2011SG]WSGbdYcTZW 5.1 18

160 nπrσonâ��mromineGmondGqormπtionGthroughGπGyiωkelTnenteredG”pinTnrossingGxeωhπnismUG
OrganometallicsSG2011SGZWSGaZa]TaZbX 3.8 18

159 –heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGXbUG—npreωedentedGnâ��nG
mondGlωtivπtionGπtG“hodiumOtPGπndGtridiumOtPUGOrganometallicsSG2000SGXdSGZZZcTZZ[a 3.8 18

158 xinimumGenergyGstruωtureGofGhydridotrisOpyrπzolylPσorπtoGiridiumOVPGtetrπhydrideGisGnotGπG
nOZupsilonPGωπppedGoωtπhedronUGJournalhofhthehAmericanhChemicalhSocietySG2001SGXYZSGdcYYTd 16.4 18

157 pleωtronGdensityGπnπlysisGofGtheGtrπnsitionGstπtesGofGsuσstitutionGreπωtionsGofGXbTGπndGXcTeleωtronG
hexπωπrσonylGωomplexesUGJournalhofhthehAmericanhChemicalhSocietySG1992SGXX[SGa]b[Ta]b] 16.4 18

156 pleωtroniωGstruωtureGofGmetπlGωlustersUGYUG‘hotoeleωtronGspeωtrπGπndGmoleωulπrGorσitπlGωπlωulπtionsG
onGdeωπωπrσonyldihydridotriosmiumUGInorganichChemistrySG1982SGYXSGZ[]cTZ[a[ 5.1 18

155 yiωkelGqluoroωπrσeneGxetπthesisGwithGqluoroπlkenesUGAngewandtehChemiehyhInternationalhEditionSG
2018SG]bSG]bbYT]bba 16.4 17

154 nomputπtionπlGexplorπtionGofGπlternπtiveGωπtπlystsGforGolefinGpurifiωπtioneGωoσπltGπndGωopperG
πnπloguesGinspiredGσyGniωkelGσisOdithiolenePGeleωtroωπtπlysisUGInorganichChemistrySG2014SG]ZSGdabdTdX 5.1 17

153 nomσinedGexperimentπlGπndGtheoretiωπlGinvestigπtionGintoGnTsGπωtivπtionGofGωyωliωGπlkπnesGσyG
npN“hOnzPYGOnpNGhG˛•]Tn]s]GorG˛•]Tn]xe]PUGDaltonhTransactionsSG2011SG[WSGXb]XTb 4.3 17

152
ωisToithiolπtoniωkelGπsGmetπlloligπndGtoGdinitrosylGironGunitseGtheGdiTmetπlliωGstruωtureGofG
yiO˛…T”“P−qeOyzPYαGπndGπnGunexpeωtedSGπσσreviπtedGmetπlloπdπmπntylGωlusterSG
yiYO˛…T”“P[−qeOyzPYαZUGDaltonhTransactionsSG2011SG[WSGaW[bT]Z

4.3 17
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151 –heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGXYUGtntrπmoleωulπrG
nπrσonâ��sydrogenGmondGlωtivπtionGinGOmutenylPmπngπneseG–riωπrσonylUGOrganometallicsSG1997SGXaSGYZXcTYZY[3.8 17

150 “eπωtionGproduωtsGofGWOnzPOaPGwithGformπmidinesfGeleωtroniωGstruωtureGofGπGWOYPOmuTnzPOYPGωoreG
withGunsymmetriωGσridgingGωπrσonylsUGInorganichChemistrySG2004SG[ZSGad][Ta[ 5.1 17

149 ”truωturπlGπndGmondingG–rendsGinG‘lπtinumâ��nπrσonGnlustersUGJournalhofhthehAmericanhChemicalh
SocietySG1999SGXYXSGbZcdTbZda 16.4 17

148 –rπnsitionGxetπlG‘olyhydrideGnomplexesUGbUGnlπssiωπlGπndGyonωlπssiωπlG”truωturesGofG
−“es[OnzPO‘“ZPZαRUGJournalhofhthehAmericanhChemicalhSocietySG1994SGXXaSG[[[aT[[[c 16.4 17

147 –rπnsitionGmetπlGpolyhydrideGωomplexesUG]UGnomplexesGwithGπGωyωlopentπdienylGligπndUG
OrganometallicsSG1992SGXXSGZcWXTZcW[ 3.8 17

146 nyπnideTσridgedGironGωomplexesGπsGσiomimetiωsGofGtriTironGπrrπngementsGinGmπturπsesGofGtheGsG
ωlusterGofGtheGdiTironGhydrogenπseUGChemicalhScienceSG2016SGbSGZbXWTZbXd 9.4 17

145 –heGeffeωtGofGtheGπxiπlGligπndGonGdistinωtGreπωtionGtunnelingGforGmethπneGhydroxylπtionGσyGnonhemeG
ironOtVPToxoGωomplexesUGPhysicalhChemistryhChemicalhPhysicsSG2012SGX[SGXYcaZTb[ 3.6 16

144 xeπsuringGtheGinternπlGenergiesGofGspeωiesGemittedGfromGhyperveloωityGnπnoprojeωtileGimpπωtsGonG
surfπωesGusingGreωπliσrπtedGσenzylpyridiniumGproσeGionsUGJournalhofhChemicalhPhysicsSG2013SGXZcSGYX[ZWX 3.9 16

143 lnGπppπrentGviolπtionGofGmiωrosωopiωGreversiσilityeGmeωhπnismsGforGligπndGsuσstitutionGreπωtionsGofG
oxorheniumOVPGdithiolπteGωomplexesUGJournalhofhthehAmericanhChemicalhSocietySG2007SGXYdSGX]aWTb 16.4 16

142 —ptπkeGofGoneGπndGtwoGmoleωulesGofGXSZTσutπdieneGσyGplπtinumGσisOdithiolenePeGπGtheoretiωπlGstudyUG
InorganichChemistrySG2014SG]ZSGdadYTbWY 5.1 15

141 zσservπtionGofGinduωtiveGeffeωtsGthπtGωπuseGπGωhπngeGinGtheGrπteTdeterminingGstepGforGtheG
ωonversionGofGrheniumGπzidesGtoGimidoGωomplexesUGInorganichChemistrySG2011SG]WSGXW]W]TX[ 5.1 15

140 —reπGdeωompositionGfπωilitπtedGσyGπGureπseGmodelGωomplexeGπGtheoretiωπlGinvestigπtionUGDaltonh
TransactionsSG2005SGZ][YT]X 4.3 15

139 ”truωtureGπndG”tπσilityGofG‘πllπdiumâ��nπrσonGnπtionsUGJournalhofhPhysicalhChemistryhASG1998SGXWYSGaZWbTaZXW2.8 15

138 wineπrGsemiσridgingGωπrσonylsâ��tttUGnπrσonylGπndGthioωπrσonylGligπndsGπsGfourTeleωtronGdonorsUG
PolyhedronSG1990SGdSGXbddTXcWc 2.7 15

137 mridgingGligπndGeffeωtsGinGquπdruplyGσondedGdiωhromiumOttPGωompoundsUGJournalhofhthehAmericanh
ChemicalhSocietySG1983SGXW]SGabaTabb 16.4 15

136 renerπlizedGmoleωulπrGorσitπlGωπlωulπtionsGonGtrπnsitionTmetπlGdioxygenGωomplexeseGmodelGforG
mπngπneseGporphyrinUGInorganichChemistrySG1985SGY[SGY]bZTY]bb 5.1 15

135 –heoretiωπlGstudiesGofGσridgingTligπndGeffeωtsGinGquπdruplyGσondedGdiωhromiumOttPGωompoundsUG
InorganichChemistrySG1985SGY[SGX][YTX][a 5.1 15

134 tnvokingG”ideTnhπinGqunωtionπlityGforGtheGxediπtionGofG“egioseleωtivityGduringG“ingTzpeningG
‘olymerizπtionGofGrluωoseGnπrσonπtesUGJournalhofhthehAmericanhChemicalhSocietySG2020SGX[YSGXadb[TXadcX16.4 15

(2020-1997)
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133
nomputπtionπlGtnvestigπtionsGofGpnπntioseleωtionGinGnπrσonâ��nπrσonGmondGqormingG“eπωtionsGofG
“utheniumGruπnidinoσenzimidπzoleG”eωondGnoordinπtionG”phereGsydrogenGmondGoonorGnπtπlystsUG
OrganometallicsSG2020SGZdSGXX[dTXXaY

3.8 15

132 pleωtroωπtπlytiωGsydrogenGpvolutionGπndGzxidπtionGwithG“heniumG–risOthiolπtePGnomplexeseGlG
nompetitionGσetweenG“heniumGπndG”ulfurGforGpleωtronsGπndG‘rotonsUGACShCatalysisSG2020SGXWSGZbbcTZbcd13.1 14

131 oirutheniumGyπphthπleneGπndGlnthrπωeneGnomplexesGnontπiningGπGoouσlyGwinkedG
oiωyωlopentπdienylGwigπndUGOrganometallicsSG2012SGZXSG[cZcT[c[c 3.8 14

130 ”tπωkingGinterπωtionsGofGyiOπωπωPGωhelπtesGwithGσenzeneeGωπlωulπtedGinterπωtionGenergiesUG
ChemPhysChemSG2013SGX[SGXbdbTcWW 3.2 14

129
oensityGfunωtionπlGtheoryGπppliedGtoGπGdifferenωeGinGpπthwπysGtπkenGσyGtheGenzymesGωytoωhromeG
‘[]WGπndGsuperoxideGreduωtπseeGspinG”tπtesGofGferriωGhydroperoxoGintermediπtesGπndGhydrogenG
σondsGfromGwπterUGInorganichChemistrySG2010SG[dSGXccTdc

5.1 14

128 –rπnsformπtionsGπndGreπωtionsGofG“eYOnzPcOmuT”σ‘hYPOmuTsPGinduωedGσyGtheGπdditionGofGπG
plπtinumOtriTtTσutylphosphinePGgroupUGInorganichChemistrySG2009SG[cSGa]YTaY 5.1 14

127 ‘seudoGseωondTorderGuπhnT–ellerGeffeωtsGπndGsymmetryGωonsiderπtionsGinGtrπnsitionGmetπlG
polyhydrideGωomplexesUGInorganicahChimicahActaSG1997SGY]dSGXbdTXc[ 2.7 14

126 lωtivπtionGofGsydrogenGπndG“elπtedG”mπllGxoleωulesGσyGtheG—nsπturπtedGnlusterGnomplexG
‘tzsZOnzPbO‘mutZPO˛…T‘mutYPO˛…[TnsnxensPUGOrganometallicsSG2008SGYbSG[dZcT[d[b 3.8 14

125
nπrσonTsydrogenGmondGlωtivπtionGinGsydridotrisOpyrπzolylPσorπteG‘lπtinumOtVPGnomplexeseGG
nompπrisonGofGoensityGqunωtionπlsSGmπsisG”etsSGπndGmondingG‘πtternsUGJournalhofhChemicalhTheoryh
andhComputationSG2007SGZSGYYacTcX

6.4 14

124 zriginGofG”hieldingGπndGoeshieldingGpffeωtsGinGyx“G”peωtrπGofGzrgπniωGnonjugπtedG‘olyynesUG
OrganichLettersSG2019SGYXSGb]ZTb]b 6.2 14

123
tnfluenωeGofGtheGdensityGfunωtionπlGπndGσπsisGsetGonGtheGrelπtiveGstπσilitiesGofGoxygenπtedGisomersGofG
diironGmodelsGforGtheGπωtiveGsiteGofG−qeqeαThydrogenπseUGJournalhofhChemicalhTheoryhandh
ComputationSG2015SGXXSGYW]TX[

6.4 13

122 lnπlysisGofGπnGπlternπtiveGtoGtheGsTπtomGπσstrπωtionGmeωhπnismGinGmethπneGnTsGσondGπωtivπtionGσyG
nonhemeGironOtVPToxoGoxidπntsUGDaltonhTransactionsSG2013SG[YSGXWYaWTbW 4.3 13

121 –heGreπωtionGofGeleωtrophilesGwithGmodelsGofGironâ��ironGhydrogenπseeGlGswitωhGinGregioseleωtivityUG
ComputationalhandhTheoreticalhChemistrySG2006SGbbXSGXYZTXYc 13

120 oensityGfunωtionπlGωπlωulπtionsGonGtheGωonversionGofGπzideGπndGωπrσonGmonoxideGtoGisoωyπnπteGπndG
dinitrogenGσyGπGniωkelGtoGsulfurGreσoundGmeωhπnismUGChemistryhyhAhEuropeanhJournalSG2004SGXWSGXcW]TX[ 4.8 13

119 qortyGyeπrsGofGqenskeTsπllGmoleωulπrGorσitπlGtheoryG2005SGXX[ZTXXa] 13

118 –heoretiωπlG”tudyGofGtheG–hermπlGoeωompositionGofGySyâ��ToiπωylTySyâ��ToiπlkoxyhydrπzineseGGlG
nompπrisonGofGsqSGx‘YSGπndGoq–UGJournalhofhPhysicalhChemistryhASG2000SGXW[SGaY[bTaY]Y 2.8 13

117 —nderstπndingG‘dT‘dGσondGlengthGvπriπtionGinGO‘y‘P‘dT‘dO‘y‘PGdimersUGInorganichChemistrySG2013SG
]YSGYZXbTYY 5.1 12

116 ˛–TnleπvπgeGofG‘henylGrroupsGfromGre‘hZGwigπndsGinGtridiumGnπrσonylGnlusterGnomplexesUGlG
xeωhπnismGπndGttsG“oleGinGtheG”ynthesisGofGmridgingGrermyleneGwigπndsUGOrganometallicsSG2012SGZXSGYaYXTYaZW3.8 12
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115 vinetiωGnTsGoxidπtiveGπdditionGvsGthermodynπmiωGnTöGoxidπtiveGπdditionGofGωhloroσenzeneGσyGπG
neutrπlG“hOtPGsystemUGlGdensityGfunωtionπlGtheoryGstudyUGJournalhofhPhysicalhChemistryhASG2009SGXXZSGXXbWaTXY2.8 12

114 –rπnsitionGxetπlG‘olyhydrideGnomplexesUGdUG–heGpffeωtGofGwigπndGˇ�TGπndGˇ�TmondingGonGtheGsâ��–πâ��sG
mondGlngleGinG”ixTnoordinπteG–πntπlumOVPGoihydrideGnomplexesUGOrganometallicsSG1998SGXbSG[caXT[cac 3.8 12

113 wineπrG”emiσridgingGnπrσonylsUGaUG”truωtureGπndGmondingGinGtheGoimersGofGXbTpleωtronG–πntπlumG
sexπωπrσonylGπndG–etrπωπrσonylGoiphosphineUGOrganometallicsSG1998SGXbSG[Xa[T[Xac 3.8 12

112 nhπrπωterizπtionGofGπGqisωherT–ropsωhGωπtπlystGprepπredGσyGdeωπrσonylπtionGofG
dodeωπωπrσonyltetrπωoσπltGonGπluminπUGInorganichChemistrySG1984SGYZSGXY[TXZX 5.1 12

111 “egioseleωtivityGinGligπndGsuσstitutionGreπωtionsGonGdiironGωomplexesGgovernedGσyGnuωleophiliωGπndG
eleωtrophiliωGligπndGpropertiesUGInorganichChemistrySG2015SG][SGZ]YZTZ] 5.1 11

110 —nderstπndingGtheG“πdiωπlGyπtureGofGπnGzxidizedG“utheniumG–risOthiolπtePGnomplexGπndGttsG“oleGinG
theGnhemistryUGJournalhofhthehAmericanhChemicalhSocietySG2015SGXZbSGX]aXaTd 16.4 11

109 lGmeωhπnismGforGtheGπdditionGofGethyleneGtoGniωkelGσisTdithioleneUGInternationalhJournalhofhQuantumh
ChemistrySG2013SGXXZSGXaYXTXaY] 2.1 11

108 zxygenGπtomGtrπnsferGωπtπlysiseGwigπndGeffeωtsGonGtheGkeyGreπωtionGσπrrierGinGmolyσdenumGOVtPG
dioxoGsystemsUGJournalhofhMolecularhCatalysishASG2010SGZY[SGX]TYZ 11

107 oensityGfunωtionπlGstudiesGofGωπtπlytiωGπlkπneGdehydrogenπtionGσyGπnGiridiumGpinωerGωomplexGwithG
πndGwithoutGπGhydrogenGπωωeptorUGJournalhofhMolecularhCatalysishASG2002SGXcdSGXXXTXXc 11

106 nπrσonâ��hydrogenGσondGπωtivπtionGinGωyωlopentπdienylGdimethylGtungstenGnitrosylGπndGωπrσonylUG
DaltonhTransactionshRSCSG2002SGbXZTbXc 11

105
yπtureGofGmetπlTmetπlGinterπωtionsGinGsystemsGwithGσridgingGligπndsUGYUGpleωtroniωGπndGmoleωulπrG
struωtureGofGtheGωyωlopentπdienylnitrosylωoσπltGdimerGπndGrelπtedGmoleωulesUGInorganichChemistrySG
1993SGZYSGZccWTZccd

5.1 11

104 nompπrisonsGofGxy”vsUGσipyridineGπsGredoxTπωtiveGligπndsGtoGmπngπneseGπndGrheniumGinG
OwTwPxNOnzPnlGωomplexesUGDaltonhTransactionsSG2017SG[aSG]Xb]T]XcY 4.3 10

103 –heGoistinωtiveGpleωtroniωG”truωturesGofG“heniumG–risOthiolπtePGnomplexesSGπnG—nexpeωtedGnontrπstG
toGtheGVπlenωeGtsoeleωtroniωG“utheniumG–risOthiolπtePGnomplexesUGInorganichChemistrySG2017SG]aSG]cZT]dZ5.1 10

102 nontrollingGzG“eπωtivityGinG”ynthetiωGlnπloguesGofG−yiqe”αTGπndG−yiqe”eαTsydrogenπseGlωtiveG”itesUG
JournalhofhthehAmericanhChemicalhSocietySG2019SGX[XSGX]ZZcTX]Z[b 16.4 10

101
lGωomputπtionπlGstudyGofGhydrogenGσondingGmotifsGinGhπlideSGtetrπfluoroσorπteSG
hexπfluorophosphπteSGπndGtetrππrylσorπteGsπltsGofGωhirπlGωπtioniωGrutheniumGπndGωoσπltG
guπnidinoσenzimidπzoleGhydrogenGσondGdonorGωπtπlystsfGπωωeptorGpropertiesGofGtheGâ��mlrfâ��GπnionUG
PolyhedronSG2020SGXcbSGXX[aXc

2.7 10

100
—nrπvelingGtheG“oleGofGπGqlexiσleG–etrπdentπteGwigπndGinGtheGleroσiωGzxidπtiveGnπrσonTnπrσonG
mondGqormπtionGwithG‘πllπdiumGnomplexeseGlGnomputπtionπlGxeωhπnistiωG”tudyUGJournalhofhtheh
AmericanhChemicalhSocietySG2018SGX[WSGZdYdTZdZd

16.4 10

99 tnterπωtionsGofGlromπtiωG“esiduesGinGlmyloidseGlG”urveyGofG‘roteinGoπtπGmπnkGnrystπllogrπphiωG
oπtπUGCrystalhGrowthhandhDesignSG2017SGXbSGaZ]ZTaZaY 3.5 10

98 winkπgeGtsomerizπtionG“eπωtionsGofGxOnzPYwGnomplexesGOxGhGO˛•]Tn]s]PxnSGO˛•]Tn]s]P“eSGorG
O˛•aTnasaPnrfGwGhGYSZToihydrofurπnPeGlG”tepT”ωπnGq–t“GπndGoq–G”tudyUGOrganometallicsSG2008SGYbSG]cYaT]cYd3.8 10

(2008-2009)
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97 oisulfidoGironâ��mπngπneseGωπrσonylGωlusterGωomplexeseG”ynthesisSGstruωtureSGσondingGπndGpropertiesG
ofGtheGrπdiωπlGnpqexnYOnzPbO˛…ZT”YPYUGJournalhofhOrganometallichChemistrySG2008SGadZSGYbZYTYbZc 2.3 10

96 renerπlizedGmoleωulπrGorσitπlGtheoryUGChemicalhPhysicshLettersSG1979SGaXSG[aXT[a[ 2.5 10

95 ldditionGofGethyleneGtoGπGˇ�TωonjugπtedGtwoTdimensionπlGniωkelTσπsedGorgπnometπlliωGfrπmeworkG
withGimpliωπtionsGforGolefinGsepπrπtionUGJournalhofhMolecularhModelingSG2015SGYXSGXWb 2 9

94 —nexpeωtedGtmportπnωeGofGlromπtiωTlliphπtiωGπndGlliphπtiωG”ideGnhπinTmπωkσoneGtnterπωtionsGinG
theG”tπσilityGofGlmyloidsUGChemistryhyhAhEuropeanhJournalSG2017SGYZSGXXW[aTXXW]Z 4.8 9

93 lGreduωedGYqeY”GωlusterGproσeGofGsulfurThydrogenGversusGsulfurTgoldGinterπωtionsUGAngewandteh
ChemiehyhInternationalhEditionSG2015SG][SGXXXWYTa 16.4 9

92 –heGlωtivπtionGofGoihydrogenG2006SGXYXTX]c 9

91 –heGviσrπtionπlGspeωtrumGofG–pZS]Txe“hsYOsYPeGπGωomputπtionπlGπndGinelπstiωGneutronGsωπtteringG
studyUGInorganicahChimicahActaSG2002SGZZWSGY[WTY[d 2.7 9

90 ”øyp“røGmp–WppyG–spz“øGlyoGpö‘p“txpy–Gl”Gl‘‘wtpoG–zGsVoGpönslyrpGln–tVt–øGl””lø”G
tyG−qeαsYπseGln–tVpG”t–pGxzopw”UGAdvanceshinhInorganichChemistrySG2004SGXTYa 2.1 9

89
–heoretiωπlGstudiesGofGinorgπniωGπndGorgπnometπlliωGreπωtionGmeωhπnismsUGcUGsydrogenGexωhπngeGinG
theG˛†TπgostiωGethyleneGωomplexGofGωyωlopentπdienylGrhodiumUGJournalhofhOrganometallichChemistrySG
1994SG[bcSGXdbTYWZ

2.3 9

88 ”tπωkingGofGωyωlopentπdienylGorgπnometπlliωGsπndwiωhGπndGhπlfTsπndwiωhGωompoundsUG”trongG
interπωtionsGofGsπndwiωhesGπtGlπrgeGoffsetsUGCrystEngCommSG2018SGYWSG[]WaT[]X[ 3.3 8

87
oensityGfunωtionπlGtheoryGstudyGofGtheGreπωtionGmeωhπnismGforGωompetitiveGωπrσonThydrogenGπndG
ωπrσonThπlogenGσondGπωtivπtionsGωπtπlyzedGσyGtrπnsitionGmetπlGωomplexesUGJournalhofhPhysicalh
ChemistryhASG2009SGXXZSGYX]YTb

2.8 8

86
lσGtnitioGnπlωulπtionsGofGtheGreometryGπndGViσrπtionπlGqrequenωiesGofGtheG–ripletG”tπteGofG–ungstenG
‘entπωπrσonylGlmineeGGlGxodelGforGtheG—nifiωπtionGofGtheG‘reresonπnωeG“πmπnGπndGtheG
–imeT“esolvedGtnfrπredGpxperimentsUGJournalhofhthehAmericanhChemicalhSocietySG1997SGXXdSGYcc]TYccc

16.4 8

85
–heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsUGXaUGzxidπtiveG
‘romotionGofGtheGxigrπtoryGtnsertionGofGnπrσonGxonoxideGinG
nyωlopentπdienylmethyldiωπrσonylironGOttPUGJournalhofhPhysicalhChemistryhASG2000SGXW[SGbZY[TbZZY

2.8 8

84 mπsisGsetsGforGgeometryGoptimizπtionsGofGseωondTrowGtrπnsitionGmetπlGinorgπniωGπndGorgπnometπlliωG
ωomplexesUGJournalhofhComputationalhChemistrySG1991SGXYSGdYZTdZZ 3.5 8

83 –heoretiωπlGstudyGofGtheGstruωtureGofGtetrπσorπneOXWPUGChemicalhPhysicshLettersSG1981SGc[SGXd[TXda 2.5 8

82 xˆ¶ssσπuerG”peωtrosωopyGπndG–heoretiωπlG”tudiesGofGtronGmimetπlliωGnomplexesG”howingG
pleωtroωπtπlytiωGsydrogenGpvolutionUGInorganichChemistrySG2019SG]cSGbWadTbWbb 5.1 7

81 yiωkelGqluoroωπrσeneGxetπthesisGwithGqluoroπlkenesUGAngewandtehChemieSG2018SGXZWSG]cb[T]cbc 3.6 7

80 tnfluenωeGofGmetπlGionGonGωhelπteâ��πrylGstπωkingGinterπωtionsUGInternationalhJournalhofhQuantumh
ChemistrySG2018SGXXcSGeY]aYd 2.1 7
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79 –riisopropylsilylGO–t‘”PGllkynesGπsGmuildingGmloωksGforG”ynthesesGofG‘lπtinumG
–riisopropylsilylpolyynylGπndGoiplπtinumG‘olyynediylGnomplexesUGOrganometallicsSG2019SGZcSGZYd[TZZXW 3.8 7

78 opy”t–øGq—yn–tzylwG”–—otp”GzqGt“tot—xGnl–lwøüpoGlwvlypGopsøo“zrpyl–tzyUGAdvancesh
inhInorganichChemistrySG2003SGZYXTZ[d 2.1 7

77 ‘erspeωtiveGonGâ��–heGspeωtrπGπndGeleωtroniωGstruωtureGofGtheGtetrπhedrπlGionsGxnzâ��G[SGnrzâ��G[SGπndG
nlzâ��G[â��UGTheoreticalhChemistryhAccountsSG2000SGXWZSGYYXTYY[ 1.9 7

76 znGtheGoriginGofGπppπrentlyGshortGωπrσonâ��ωπrσonGdouσleGσondsGinGtrπnsitionTmetπlGvinylGωomplexesUG
PolyhedronSG1999SGXcSGXbXbTXbY[ 2.7 7

75 QuπntumGnπtπlysiseG–heGxodelingGofGnπtπlytiωG–rπnsitionG”tπtesUGACShSymposiumhSeriesSG1999SGYTXb 0.4 7

74
pleωtroniωGstruωtureGofGmetπlGdimersUG‘hotoeleωtronGspeωtrπGπndGmoleωulπrGorσitπlGωπlωulπtionsGofG
diωπrσonylTGπndGdinitrosylTσridgedGωoσπltSGrhodiumSGπndGiridiumGωyωlopentπdienylGdimersUG
OrganometallicsSG1988SGbSGXdYZTXdZW

3.8 7

73 —nsupportedGwπnthπnideT–rπnsitionGxetπlGmondseGtoniωGvsG‘olπrGnovπlentjUGInorganichChemistrySG
2021SGaWSGdZd[Td[WX 5.1 7

72 nπrσonThydrogenGσondGπωtivπtionGσyGπGtitπniumGneopentylideneGωomplexUGJournalhofhCoordinationh
ChemistrySG2016SGadSGXb]dTXbac 1.6 7

71 ”truωturπlGπndGpleωtroniωG“esponsesGtoGtheG–hreeG“edoxGwevelsGofGqeOyzPyG”GTqeOyzPUGChemistryhyhAh
EuropeanhJournalSG2018SGY[SGXaWWZTXaWWc 4.8 7

70 xolyσdenumG–rihydrideGnomplexeseGnomputπtionπlGoeterminπtionsGofGsydrogenG‘ositionsGπndG
“eπrrπngementGxeωhπnismsUGInorganichChemistrySG2015SG][SGaZcWT] 5.1 6

69
sostTguestGσehπviorGofGπGheπvyTπtomGheteroωyωleG“e[OnzPXaO˛…T”σ‘hYPYO˛…TsPYGoσtπinedGfromGπG
pπllπdiumTπssistedGringGopeningGdimerizπtionGofG“eYOnzPcO˛…T”σ‘hYPO˛…TsPUGInorganichChemistrySG2015SG
][SGZ]ZaT[[

5.1 6

68 –heG“iωhG”truωturπlGnhemistryGoisplπyedGσyGtheGnπrσonGxonoxideGπsGπGwigπndGtoGxetπlGnomplexesUG
StructurehandhBondingSG2016SGXddTY[c 0.9 6

67 ”tπωkingGtnterπωtionsGofG“esonπnωeTlssistedGsydrogenTmridgedG“ingsUGlG”ystemπtiωG”tudyGofG
nrystπlG”truωturesGπndGQuπntumTnhemiωπlGnπlωulπtionsUGCrystalhGrowthhandhDesignSG2019SGXdSG]aXdT]aYc 3.5 6

66 –heoretiωπlG”tudiesGofGtnorgπniωGπndGzrgπnometπlliωG“eπωtionGxeωhπnismsGXZeGxethπneSGpthyleneSG
πndGlωetyleneGlωtivπtionGπtGπGnπtioniωGtridiumGnenterUGACShSymposiumhSeriesSG1999SGXZcTX]W 0.4 6

65 renerπlizedTmoleωulπrTorσitπlGtheoryeG”impleGmultiωonfigurπtionGselfTωonsistentTfieldGmethodUG
InternationalhJournalhofhQuantumhChemistrySG1978SGX[SGaXZTaYX 2.1 6

64
”tudyGofGstπωkingGinterπωtionsGσetweenGtwoGneutrπlGtetrπthiπfulvπleneGmoleωulesGinGnπmσridgeG
”truωturπlGoπtπσπseGωrystπlGstruωturesGπndGσyGquπntumGωhemiωπlGωπlωulπtionsUGActahCrystallographicah
SectionhB:hStructuralhSciencewhCrystalhEngineeringhandhMaterialsSG2019SGb]SGXTb

1.8 6

63 ”ilylπtionGofG‘yridineSG‘iωolinesSGπndGQuinolineGwithGπGüinωGnπtπlystUGACShOmegaSG2020SG]SGX]YcTX]Zd 3.9 6

62
pffiωientG“edoxTyeutrπlG‘hotoωπtπlytiωGqormπteGtoGnπrσonGxonoxideGnonversionGpnπσledGσyG
wongT“πngeGsotGpleωtronG–rπnsferGfromGxnToopedGQuπntumGootsUGJournalhofhthehAmericanh
ChemicalhSocietySG2021SGX[ZSGXWYdYTXWZWW

16.4 6

(2021-2019)
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61 nomputπtionGπndGtnterpretπtionGofGpleωtronGoistriσutionsGinGtnorgπniωGxoleωulesG1982SGYW]TYYW 6

60 tnfluenωeGofGωhelπteGringGtypeGonGωhelπteTωhelπteGπndGωhelπteTπrylGstπωkingeGtheGωπseGofGniωkelG
σisOdithiolenePUGPhysicalhChemistryhChemicalhPhysicsSG2019SGYXSGXXdcTXYWa 3.6 5

59 lstπtineGpπrtitioningGσetweenGnitriωGπωidGπndGωonventionπlGsolventseGindiωπtionGofGωovπlenωyGinG
ketoneGωomplexπtionGofGltzUGChemicalhCommunicationsSG2020SG]aSGdWW[TdWWb 5.8 5

58 ”tπωkingGinterπωtionsGofGresonπnωeTπssistedGhydrogenTσridgedGringsGπndGnTπromπtiωGringsUGPhysicalh
ChemistryhChemicalhPhysicsSG2020SGYYSGXZbYXTXZbYc 3.6 5

57 –heGstπωkingGinterπωtionsGofGσipyridineGωomplexeseGtheGinfluenωeGofGtheGmetπlGionGtypeGonGtheG
strengthGofGinterπωtionsUGJournalhofhMolecularhModelingSG2016SGYYSGZW 2 5

56 nyπnideGooωkingGπndGwinkπgeGtsomerismGinGxodelsGforGtheGlrtifiωiπlG−qeqeαTsydrogenπseGxπturπtionG
‘roωessUGJournalhofhthehAmericanhChemicalhSocietySG2018SGX[WSGddW[TddXX 16.4 5

55 xethπneGlωtivπtionsGσyG–itπniumGyeopentylideneGnomplexeseGpleωtroniωG“esilienωeGπndG”teriωG
nontrolUGInorganichChemistrySG2017SG]aSGdYa[TdYbY 5.1 5

54
lllylGwigπndG“eπωtivityGinG–πntπlumOVPGnompoundseGpxperimentπlGπndGnomputπtionπlGpvidenωeGforG
lllylG–rπnsferGtoGtheGqormπmidinπteGwigπndGinfπωT–πOyxeYPZO˛•XTπllylP−i‘rynOsPyi‘rαGviπGπG
xetπlloTnlπisenG“eπrrπngementUGOrganometallicsSG2011SGZWSG]cZYT]c[Z

3.8 5

53 nπrσonâ��hydrogenGvsUGωπrσonâ��hπlogenGoxidπtiveGπdditionGofGωhloroσenzeneGtoGπGωπtioniωGiridiumOtPG
systemGâ��GlGdensityGfunωtionπlGtheoryGstudyUGCanadianhJournalhofhChemistrySG2009SGcbSGX[aWTX[ad 0.9 5

52 lGstudyGofGωπtπlystsGderivedGfromGsupportedGωoσπltGωπrσonylGωlusterseGnπrσonGmonoxideG
hydrogenπtionGπndGö‘”GπnπlysisUGInorganicahChimicahActaSG1987SGXYdSGX]ZTXaX 2.7 5

51 QuπntumGmeωhπniωπlGprediωtionGofGhydrideGloωπtionsGinGtrπnsitionTmetπlGsystemsUGJournalhofhtheh
AmericanhChemicalhSocietySG1986SGXWcSGXad]TXada 16.4 5

50 ”tπωkingGinterπωtionGpotentiπlGenergyGsurfπωesGofGsquπreTplπnπrGmetπlGωomplexesGωontπiningG
ωhelπteGringsUGAdvanceshinhInorganichChemistrySG2019SGX]dTXcd 2.1 4

49
nπrσonâ��sydrogenGmondGlωtivπtionGinG
misOYSaTdimethylσenzenethiolπtoPtrisOtrimethylphosphinePrutheniumOttPeGwigπndGoπnωesGπndG”olventG
–rπnsformπtionsUGOrganometallicsSG2015SGZ[SGZXYdTZX[W

3.8 4

48 “eωentGωomputπtionπlGstudiesGonGtrπnsitionTmetπlGωπrσonâ��hydrogenGσondGπωtivπtionGofGπlkπnesUG
InternationalhJournalhofhQuantumhChemistrySG2018SGXXcSGeY]aW] 2.1 4

47 mondingGπndG“eπωtivityGinGtheGpleωtroniωπllyG—nsπturπtedGsydrogenTmridgedGoimerG
−“uZOnzPcO˛…ZTnxePO˛…TsPYO˛…ZTsPαYUGOrganometallicsSG2012SGZXSG]WT]Z 3.8 4

46 tnvestigπtingGtheGeleωtroniωGstruωtureGofGtheGltoxXGωopperOtPGtrπnsferGmeωhπnismGwithGdensityG
funωtionπlGtheoryUGInorganichChemistrySG2013SG]YSGXWZcbTdZ 5.1 4

45 pleωtroniωGstruωtureGofGmetπlGωlustersUGaUG‘hotoeleωtronGspeωtrπGπndGmoleωulπrGorσitπlGωπlωulπtionsG
ofGσisOUmuUZTsulfidoPTGπndGσisOUmuUZTselenidoPnonπωπrσonyltriosmiumUGInorganichChemistrySG1988SGYbSGYY]WTYY]]5.1 4

44
‘hotoeleωtronGspeωtrπlGπssignmentsGσπsedGonGπσGinitioGxzGωπlωulπtionsGforGtheGσiωyωliωGphosphorusG
ωompoundsG‘−znsYαZnxeGπndG‘−nsYzαZnxeUGJournalhofhthehChemicalhSocietyhChemicalh
CommunicationsSG1978SGXaX

4
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43 qπωileG‘TnVnTsGmondTnleπvπgeG“eπωtivityGofGyiωkelGmisOdiphosphinePGnomplexesUGChemistryhyhAh
EuropeanhJournalSG2016SGYYSGd[dZTb 4.8 3

42 ”truωtureGπndGxπgnetizπtionGoynπmiωsGofGoyâ��qeGπndGoyâ��“uGmondedGnomplexesUGAngewandteh
ChemieSG2018SGXZWSGcYbaTcYcW 3.6 3

41 ‘hotoinduωedG–erminπlGsydrideGofG−qeqeαTsydrogenπseGmiomimetiωGnomplexesUGInorganichChemistry
SG2019SG]cSGXZbZbTXZb[X 5.1 3

40 nomputπtionπlGstudyGofGtheGωyωloπdditionGreπωtivityGofGtheGosmiumGsilylyneUGInorganicahChimicahActaSG
2014SG[YYSG[WT[a 2.7 3

39 –heGmeωhπnismGofGπdditionGofGπldehydesGtoGgermeneGinGdifferentGsolventseGlGoq–GstudyUGJournalhofh
OrganometallichChemistrySG2013SGb[cSGcTXY 2.3 3

38 nompπrisonGofGtheGqezOYRPGπndGqe”OYRPGωomplexesGinGtheGωyπnideGπndGisoωyπnideGligπndG
environmentGforGmethπneGhydroxylπtionUGJournalhofhComputationalhChemistrySG2012SGZZSGX[[cT]b 3.5 3

37 –heGroleGofGtripletGstπtesGinGtheGlongGwπvelengthGπσsorptionGregionGofGσromineGnitrπteUGJournalhofh
ChemicalhPhysicsSG2003SGXXdSGbca[TbcbW 3.9 3

36
”ynthesisGπndGωhπrπωterizπtionGofGsomeGnewGωomplexesGofGtheGVπskπTtypeGtrπnsT−tröOnzPwYαGOöjnlGorG
tfGwhphosphiteSGphosphiniteGorGphosphonitePGπndGtheGdireωtionGofGdihydrogenGπdditionGtoGtheseG
speωiesUGInorganicahChimicahActaSG1992SGXdcTYWWSG[YdT[Z]

2.7 3

35 pleωtroniωGstruωturesGofGtheGisoloσπlGpπirSG“uZOnzPdOnsPYGπndGOmsPZOnsPYfGtheGeighteenTeleωtronG
ruleGversusGskeletπlGeleωtronTpπirGωountingUGInorganicahChimicahActaSG1993SGYXZSGb]TcY 2.7 3

34 nontrollingG‘â��nVnâ��sGmondGnleπvπgeGinGyiωkelGmisOdiphosphinePGnomplexeseG“eπωtivityG”ωopeSG
xeωhπnismSGπndGnomputπtionsUGOrganometallicsSG2020SGZdSGZZWaTZZX[ 3.8 3

33 mπsisGsetsGforGtrπnsitionGmetπlseGzptimizedGouterGpGfunωtionsG1996SGXbSGXZ]d 3

32 xolyσdenumG–rihydrideGnomplexeseGnomputπtionπlGxodelGofGzxidπtivelyGtnduωedG“eduωtiveG
pliminπtionGofGoihydrogenUGInorganichChemistrySG2017SG]aSGda]ZTda]d 5.1 2

31 lGuniqueGωoplπnπrGmultiTωenterGσondingGnetworkGinGdouσlyGπωetylideTσridgedGσinuωleπrGzirωonoωeneG
ωomplexeseGlGdensityGfunωtionπlGtheoryGstudyUGJournalhofhOrganometallichChemistrySG2007SGadYSG[baWT[bab2.3 2

30 mπsisGsetsGforGtrπnsitionGmetπlseGzptimizedGouterGpGfunωtionsG1996SGXbSGXZ]d 2

29 mondingGofGoioxygenGtoG–rπnsitionGxetπlsG1988SGZTXa 2

28 –heoretiωπlGinvestigπtionGonGtheGmeωhπnismGofGqenlZTωπtπlysedGωrossTωouplingGreπωtionGofGπlωoholsG
withGπlkenesUGMolecularhPhysicsSG2014SGXXYSGYXWbTYXXZ 1.7 1

27 lG“eduωedGYqeY”GnlusterG‘roσeGofG”ulfurâ��sydrogenGversusG”ulfurâ��roldGtnterπωtionsUGAngewandteh
ChemieSG2015SGXYbSGXXY][TXXY]c 3.6 1

26 –heoretiωπlGinvestigπtionGonGtheGreπωtionGofGs”RGwithGnsZysYUGChemicalhPapersSG2014SGacSG 1.9 1

(2014-2016)
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25 nomputπtionπlGtnvestigπtionsGintoGsydrogenTltomGlσstrπωtionGfromG“hodiumGsydrideGnomplexesG
σyGxethylG“πdiωπlsGinGlqueousG”olutionUGEuropeanhJournalhofhInorganichChemistrySG2011SGYWXXSG[dWXT[dW]2.3 1

24 –heoretiωπlGstudyGofGtheGσiologiωπllyGimportπntGdioxoGdiironGdiπmondGωoreGstruωturesUGTheoreticalh
ChemistryhAccountsSG2008SGXYWSG[abT[bc 1.9 1

23 xultipleGxetπlTxetπlGπndGxetπlTnπrσonGmondsG1986SGZdXT[WX 1

22 ”epπrπtionSGspeωiπtionSGπndGmeωhπnismGofGπstπtineGπndGσismuthGextrπωtionGfromGnitriωGπωidGintoG
XToωtπnolGπndGmethylGπnthrπnilπteUGSeparationhandhPurificationhTechnologySG2021SGYcYSGXYWWcc 8.3 1

21 ‘rotonπtingGmetπlTmetπlGσondseGnhπngingGtheGmetπlTmetπlGinterπωtionGfromGσondingSGtoG
nonσondingSGπndGtoGπntiσondingUGPolyhedronSG2021SGYXYSGXX]]c] 2.7 1

20 yiωkelTmorolideGnomplexesGπndG–heirGnomplexGpleωtroniωG”truωtureUGInorganichChemistrySG2021SGaWSGXaXaWTXaXab5.1 1

19 –heGpleωtroniωG”truωtureGofGxetπlGoimersGπndGxetπlGnlusterseG–heGpighteenTpleωtronG“uleGvsUG
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