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285 txzxxeGlGnκwGintκgr−tκηG−αGinitioGRGmolκβul−rGmκβh−niβsGgκomκtryGoptimiz−tionGsβhκmκGoσG
κquiliαriumGstruβturκsG−nηGtr−nsitionGst−tκsUGJournalloflComputationallChemistrySG1995SGXaSGXXbWTXXbd 3.5 1464

284 {rotonG−αstr−βtionGmκβh−nismGσorGthκGp−ll−ηiumTβ−t−lyzκηGintr−molκβul−rG−ryl−tionUGJournalloflthel
AmericanlChemicallSocietySG2006SGXYcSGXWaaTb 16.4 643

283 {rotonT−αstr−βtionGmκβh−nismGinGthκGp−ll−ηiumTβ−t−lyzκηGintr−molκβul−rG−ryl−tioneGsuαstituκntG
κσσκβtsUGJournalloflthelAmericanlChemicallSocietySG2007SGXYdSGaccWTa 16.4 479

282 oirκβtG−ryl−tionGoσG−rκnκGnTsGαonηsGαyGβoopκr−tivκG−βtionGoσGysβ−rακnκTruthκniumOttPGβ−t−lystG−nηG
β−rαon−tκGvi−GprotonG−αstr−βtionGmκβh−nismUGJournalloflthelAmericanlChemicallSocietySG2008SGXZWSGXX]aTb16.4 347

281 lGoqTG‘tuηyGoσGthκGqullGn−t−lytiβGnyβlκGoσGthκG‘uzukiâ��xiy−ur−GnrossTnouplingGonG−GxoηκlG‘ystκmUG
OrganometallicsSG2006SGY]SGZa[bTZa]c 3.8 324

280 Tr−nsitionGmκt−lGpolyhyηriηκseGσromGqu−lit−tivκGiηκ−sGtoGrκli−αlκGβomput−tion−lGstuηiκsUGChemicall
ReviewsSG2000SGXWWSGaWXTZa 68.1 304

279 x−n−gingGthκGβomput−tion−lGβhκmistryGαigGη−t−GproαlκmeGthκGionhκmTmoGpl−tσormUGJournallofl
ChemicallInformationlandlModelingSG2015SG]]SGd]TXWZ 6.1 289

278 nomput−tion−lGβh−r−βtκriz−tionGoσGthκGrolκGoσGthκGα−sκGinGthκG‘uzukiTxiy−ur−GβrossTβouplingG
rκ−βtionUGJournalloflthelAmericanlChemicallSocietySG2005SGXYbSGdYdcTZWb 16.4 284

277 nomput−tion−lGpκrspκβtivκGonG{ηTβ−t−lyzκηGnTnGβrossTβouplingGrκ−βtionGmκβh−nismsUGAccountslofl
ChemicallResearchSG2013SG[aSGYaYaTZ[ 24.3 253

276 xκrgingGsust−in−αilityGwithGorg−noβ−t−lysisGinGthκGσorm−tionGoσGorg−niβGβ−rαon−tκsGαyGusingGnzOYPG
−sG−GσκκηstoβkUGChemSusChemSG2012SG]SGYWZYTc 8.3 247

275 †κηoxGyonTinnoβκntGwig−nηGnontrolsG–−tκrGzxiη−tionGzvκrpotκnti−lGinG−GyκwGq−milyGoσG
xononuβlκ−rGnuTm−sκηGpσσiβiκntGn−t−lystsUGJournalloflthelAmericanlChemicallSocietySG2015SGXZbSGab]cTaX 16.4 210

274 [OysnPlutäTβ−t−lyzκηGσorm−tionGoσGβonjug−tκηGκnonκsG−nηGκn−lseG−nGκxpκrimκnt−lG−nηG
βomput−tion−lGstuηyUGChemistryl-lAlEuropeanlJournalSG2007SGXZSGa[ZbT]X 4.8 168

273 nTnGrκηuβtivκGκlimin−tionGinGp−ll−ηiumGβomplκxκsSG−nηGthκGrolκGoσGβouplingG−ηηitivκsUGlGoqTGstuηyG
supportκηGαyGκxpκrimκntUGJournalloflthelAmericanlChemicallSocietySG2009SGXZXSGZa]WTb 16.4 167

272 lGv−lu−αlκSGinκxpκnsivκGnuiVnThκtκroβyβliβGβ−rακnκGβ−t−lystGσorGthκGsκlκβtivκGηiαor−tionGoσGstyrκnκUG
Chemistryl-lAlEuropeanlJournalSG2007SGXZSGYaX[TYX 4.8 145

271 pxpκrimκnt−lG−nηGthκorκtiβ−lGinvκstig−tionsGoσGnκwGηinuβlκ−rGp−ll−ηiumGβomplκxκsG−sGprκβ−t−lystsG
σorGthκG−min−tionGoσG−rylGβhloriηκsUGJournalloflthelAmericanlChemicallSocietySG2006SGXYcSGaZbaTdW 16.4 141

270
lGgκnκr−lGmκβh−nismGσorGthκGβoppκrTG−nηGsilvκrTβ−t−lyzκηGolκσinG−ziriηin−tionGrκ−βtionseG
βonβomit−ntGinvolvκmκntGoσGthκGsinglκtG−nηGtriplκtGp−thw−ysUGJournalloflthelAmericanlChemicall
SocietySG2013SGXZ]SGXZZcT[c

16.4 136

269 xκt−lT−rκnκGintκr−βtionsGinGηi−lkylαi−rylphosph−nκGβomplκxκsGoσGβoppκrSGsilvκrSG−nηGgolηUGChemistryl
-lAlEuropeanlJournalSG2010SGXaSG]ZY[TZY 4.8 135
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268 n−tκβholαor−nκGmounηGtoGTit−noβκnκUG“nusu−lGnoorηin−tionGoσGwig−nηGˇ�TmonηsUGJournalloflthel
AmericanlChemicallSocietySG1996SGXXcSGXWdZaTXWdZb 16.4 133

267 lppliβ−tionGoσGthκGyκwGâ��tntκgr−tκηGxzGRGxxâ��GOtxzxxPGxκthoηGtoGthκGzrg−nomκt−lliβG†κ−βtionG
{tO{†ZPYGRGsYGO†GhGsSGxκSGtTmuSG−nηG{hPUGThelJournalloflPhysicallChemistrySG1996SGXWWSGY]bZTY]cW 130

266 “nr−vκlingGthκGoriginGoσGrκgiosκlκβtivityGinGrhoηiumGηiphosphinκGβ−t−lyzκηGhyηroσormyl−tionUGlGoqTG
}xVxxGstuηyUGJournalloflthelAmericanlChemicallSocietySG2001SGXYZSGbaZWTb 16.4 127

265 nomput−tion−lGstuηyGoσGthκGtr−nsmκt−l−tionGproβκssGinGthκG‘uzukiâ��xiy−ur−GβrossTβouplingGoσG−rylsUG
JournalloflOrganometalliclChemistrySG2006SGadXSG[[]dT[[aa 2.3 122

264 n−t−lytiβGxκβh−nismGoσGr−l−βtosκGzxiη−sκeGGlGThκorκtiβ−lG‘tuηyUGJournalloflthelAmericanlChemicall
SocietySG2000SGXYYSGcWZXTcWZa 16.4 117

263 miηκnt−tκGphosphinκsG−sGlig−nηsGinGthκGp−ll−ηiumTβ−t−lyzκηGintr−molκβul−rG−ryl−tioneGthκG
intκrmolκβul−rGα−sκT−ssistκηGprotonG−αstr−βtionGmκβh−nismUGTetrahedronSG2008SGa[SGaWYXTaWYd 2.4 115

262 rolηOtPTβ−t−lyzκηGintκrmolκβul−rGhyηro−lkoxyl−tionGoσG−llκnκseG−GoqTGstuηyUGOrganiclLettersSG2009SG
XXSGYYZbT[W 6.2 114

261 ‘κlκβtivκGhomogκnκousG−nηGhκtκrogκnκousGgolηGβ−t−lysisGwithG−lkynκsG−nηG−lkκnκseGsimil−rG
ακh−viorSGηiσσκrκntGoriginUGChemPhysChemSG2008SGdSGXaY[Td 3.2 111

260 ‘tκrκosκlκβtivκG−nηG”κrs−tilκG{rκp−r−tionGoσGTriTG−nηGTκtr−suαstitutκηGlllyliβGlminκG‘β−σσolηsG
unηκrGxilηGnonηitionsUGJournalloflthelAmericanlChemicallSocietySG2016SGXZcSGXXdbWTc 16.4 109

259 nomput−tion−lGpviηκnβκGoσGthκGtmport−nβκGoσG‘uαstituκntGmulkGonGlgostiβGtntκr−βtionsGinG
trOsPYO{tmuY{hPYRUGJournalloflthelAmericanlChemicallSocietySG1998SGXYWSGZaXTZa] 16.4 106

258 ThκoryGooκsGyotG‘upportG−nGzsm−oxκt−nκGtntκrmκηi−tκGinGthκGzsmiumTn−t−lyzκηGoihyηroxyl−tionG
oσGzlκσinsUGJournalloflthelAmericanlChemicallSocietySG1996SGXXcSGXXaaWTXXaaX 16.4 104

257 nomput−tion−lG−ppro−βhκsGtoG−symmκtriβGsynthκsisUGNewlJournalloflChemistrySG2007SGZXSGZZZ 3.6 99

256 {roton−tionGoσGtr−nsitionTmκt−lGhyηriηκseG−GnotGsoGsimplκGproβκssUGChemicallSocietylReviewsSG2009SG
ZcSGd]bTaa 58.5 93

255 lGβritiβ−lG−n−lysisGoσGthκGβyβliβG−nηGopκnG−ltκrn−tivκsGoσGthκGtr−nsmκt−l−tionGstκpGinGthκGstillκG
βrossTβouplingGrκ−βtionUGJournalloflthelAmericanlChemicallSocietySG2006SGXYcSGX[]bXTc 16.4 93

254 nomput−tion−lG−nηGpxpκrimκnt−lGTκstGoσG‘tκriβGtnσluκnβκGonGlgostiβGtntκr−βtionseGGlGsomologousG
‘κriκsGσorGtrOtttPUGJournalloflthelAmericanlChemicallSocietySG1999SGXYXSGdbTXWa 16.4 92

253 ‘βopκG−nηGnh−llκngκGoσGnomput−tion−lGxκthoηsGσorG‘tuηyingGxκβh−nismG−nηG†κ−βtivityGinG
somogκnκousGn−t−lysisUGACSlCatalysisSG2019SGdSGacWZTacXZ 13.1 91

252 lGoominoG{roβκssGtow−rηGqunβtion−llyGoκnsκG}u−tκrn−ryGn−rαonsGthroughG{ηTn−t−lyzκηG
oκβ−rαoxyl−tivκGnOspPTnOspPGmonηGqorm−tionUGJournalloflthelAmericanlChemicallSocietySG2018SGX[WSGZdcXTZdcb16.4 87

251 monηGκnκrgyGxTnVsTnGβorrκl−tionseGηu−lGthκorκtiβ−lG−nηGκxpκrimκnt−lG−ppro−βhGtoGthκGsκnsitivityGoσG
xTnGαonηGstrκngthGtoGsuαstituκntsUGChemicallCommunicationsSG2003SG[dWTX 5.8 85
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250 †κ−βtionsGoσG−Gsκx−hyηriηκâ��zsmiumGnomplκxGwithGlrom−tiβGvκtonκseGGnâ��sGlβtiv−tionGvκrsusGnâ��qG
lβtiv−tion´§UGOrganometallicsSG2001SGYWSG[[YT[]Y 3.8 85

249 xκβh−nismGoσGthκGgolηTβ−t−lyzκηGβyβloprop−n−tionGoσG−lkκnκsGwithGXSaTκnynκsUGChemicallScienceSG
2011SGYSGX[XTX[d 9.4 83

248 tnκrtnκssGoσGthκGlrylâ��qGmonηGtow−rηGzxiη−tivκGlηηitionGtoGzsmiumG−nηG†hoηiumGnomplκxκseGG
Thκrmoηyn−miβGorGvinκtiβGzriginjUGJournalloflthelAmericanlChemicallSocietySG1998SGXYWSGXYaZ[TXYa[W 16.4 83

247 n−lβul−tionGoσG†κ−βtionGqrκκGpnκrgiκsGinG‘olutioneGlGnomp−risonGoσGnurrκntGlppro−βhκsUGJournallofl
PhysicallChemistrylASG2018SGXYYSGXZdYTXZdd 2.8 82

246
Thκorκtiβ−lG‘tuηyGonGthκGzriginGoσGpn−ntiosκlκβtivityGinGthκG
misOηihyηroquiniηinκPTZSaTpyriη−zinκ´•zsmiumGTκtroxiηκTn−t−lyzκηGoihyηroxyl−tionGoσG‘tyrκnκUG
JournalloflthelAmericanlChemicallSocietySG1999SGXYXSGXZXbTXZYZ

16.4 82

245 Tr−nsitionGmκt−lGβ−t−lysisGαyGηκnsityGσunβtion−lGthκoryG−nηGηκnsityGσunβtion−lGthκoryVmolκβul−rG
mκβh−niβsUGWileylInterdisciplinarylReviews:lComputationallMolecularlScienceSG2012SGYSGZb]TZc] 7.9 78

244 lppliβ−tionGoσGthκGn−tur−lGpopul−tionG−n−lysisGtoGtr−nsitionTmκt−lGβomplκxκsUG‘houlηGthκGκmptyG
mκt−lGpGorαit−lsGακGinβluηκηGinGthκGv−lκnβκGsp−βκjUGChemicallPhysicslLettersSG1992SGXd]SG]WWT]W[ 2.5 77

243 nhκmoTSGrκgioTSG−nηGstκrκosκlκβtivκGsilvκrTβ−t−lyzκηG−ziriηin−tionGoσGηiκnκseGsβopκSGmκβh−nistiβG
stuηiκsSG−nηGringTopκningGrκ−βtionsUGJournalloflthelAmericanlChemicallSocietySG2014SGXZaSG]Z[YT]W 16.4 76

242 xκβh−nismGoσGllk−nκGnâ��sGmonηGlβtiv−tionGαyGnoppκrG−nηG‘ilvκrGsomosβorpion−tκGnomplκxκsUG
OrganometallicsSG2006SGY]SG]YdYT]ZWW 3.8 74

241 pr−βtiβ−lGimpliβ−tionsGoσGαoronTtoTzinβGtr−nsmκt−l−tionGσorGthκGβ−t−lytiβG−symmκtriβG−ryl−tionGoσG
−lηκhyηκsUGAngewandtelChemiel-lInternationallEditionSG2008SG[bSGXWdcTXWX 16.4 71

240 {−ll−ηiumGrounηGtripGinGthκGyκgishiGβouplingGoσGtr−nsT[{ηxκnlO{xκ{hYPYäGwithG§nxκnleG−nG
κxpκrimκnt−lG−nηGoqTGstuηyGoσGthκGtr−nsmκt−l−tionGstκpUGChemistryl-lAlEuropeanlJournalSG2010SGXaSGc]daTd4.8 70

239 mrˆ‚nstκηG−βiηGβ−t−lyzκηGxorit−Tm−ylisTsillm−nGrκ−βtioneG−GnκwGmκβh−nistiβGviκwGσorGthiourκ−sG
rκvκ−lκηGαyGp‘tTx‘OVx‘PGmonitoringG−nηGoqTGβ−lβul−tionsUGChemistryl-lAlEuropeanlJournalSG2009SGX]SGXY[aWTd4.8 69

238 }xVxxGmκthoηsGinGinorg−niβGβhκmistryUGDaltonlTransactionsSG2008SGYdXXTd 4.3 69

237 ThκGtxzxxGmκthoηGopκnsGthκGw−yGσorGthκG−ββur−tκGβ−lβul−tionGoσGâ��rκ−lâ��Gtr−nsitionGmκt−lG
βomplκxκsUGChemicallCommunicationsSG2000SGXcYXTXcYb 5.8 69

236 †u—OnzPOyzPwYG−nηG†uOnzPOyzPwYReGG†uOWPGorG†uOttPGorGtnGmκtwκκnjUGJournalloflthelAmericanl
ChemicallSocietySG1997SGXXdSGca[YTca]X 16.4 68

235
nomput−tion−lGr−tion−liz−tionGoσGthκGηκpκnηκnβκGoσGthκGκn−ntiosκlκβtivityGonGthκGn−turκGoσGthκG
β−t−lystGinGthκGv−n−ηiumTβ−t−lyzκηGoxiη−tionGoσGsulσiηκsGαyGhyηrogκnGpκroxiηκUGJournalloflthel
AmericanlChemicallSocietySG2005SGXYbSGZaY[TZ[

16.4 68

234
tnσluκnβκGoσGmκηi−G−nηGhomoβonjug−tκGp−iringGonGtr−nsitionGmκt−lGhyηriηκGproton−tionUGlnGt†G−nηG
oqTGstuηyGonGprotonGtr−nsσκrGtoGnp†usOnzPO{nyZPUGJournalloflthelAmericanlChemicallSocietySG2003SG
XY]SGbbX]TY]

16.4 68

233 lGoκnsityGqunβtion−lG‘tuηyGonGthκGpσσκβtGoσGthκGTr−nsGlxi−lGwig−nηGoσGnoα−l−minGonGthκGsomolytiβG
nlκ−v−gκGoσGthκGnoâ��nGmonηUGJournalloflPhysicallChemistrylBSG2001SGXW]SGb]a[Tb]bX 3.4 68
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232
lGqu−ntumGmκβh−niβsVmolκβul−rGmκβh−niβsGstuηyGoσGthκGhighlyGκn−ntiosκlκβtivκG−ηηitionGoσG
ηiκthylzinβGtoGακnz−lηκhyηκGpromotκηGαyGO†PTYTpipκriηinoTXSXSYTtriphκnylκth−nolUGJournallofl
OrganiclChemistrySG2000SGa]SGbZWZTd

4.2 67

231 Tow−rηsGβonσigur−tion−llyGst−αlκG[[ähκliβκnκseGκn−ntiosκlκβtivκGsynthκsisGoσGXYTsuαstitutκηG
bScTηihyηro[[ähκliβκnκGquinonκsUGChemistryl-lAlEuropeanlJournalSG2008SGX[SGaWZTYW 4.8 65

230 ‘ynthκsisGoσG{n{TsupportκηGniβkκlGβomplκxκsG−nηGthκirGrκ−βtivityGwithGβ−rαonGηioxiηκUGChemistryl-lAl
EuropeanlJournalSG2012SGXcSGadX]TYb 4.8 63

229 xκβh−nistiβGinsightsGintoGthκGtr−nsmκt−l−tionGstκpGoσG−G‘uzukiâ��xiy−ur−Grκ−βtionGoσG
YO[PTαromopyriηinκseGβh−r−βtκriz−tionGoσG−nGintκrmκηi−tκUGTetrahedronSG2008SGa[SGb[ZbTb[[Z 2.4 63

228 zxiη−tivκGlηηitionsGoσGlrylGs−liηκsGtoG{−ll−ηiumG{roβκκηGthroughGthκGxonolig−tκηGnomplκxUG
ChemCatChemSG2013SG]SGZaW[TZaWd 5.2 62

227
nompκtitivκG−nηGsκlκβtivκGnspZTmrGvκrsusGnspYTmrGαonηG−βtiv−tionGinGp−ll−ηiumTβ−t−lysκηG‘uzukiG
βrossTβouplingeG−nGκxpκrimκnt−lG−nηGthκorκtiβ−lGstuηyGoσGthκGrolκGoσGphosphinκGlig−nηsUGChemistryl-l
AlEuropeanlJournalSG2010SGXaSGXZZdWTb

4.8 62

226 sighlyGmoηul−rG{Tz{Glig−nηsGσorG−symmκtriβGhyηrogκn−tioneGsynthκsisSGβ−t−lytiβG−βtivitySG−nηG
mκβh−nismUGChemistryl-lAlEuropeanlJournalSG2010SGXaSGa[d]T]Wc 4.8 61

225 xiβrokinκtiβGmoηκlingGinGhomogκnκousGβ−t−lysisUGWileylInterdisciplinarylReviews:lComputationall
MolecularlScienceSG2018SGcSGκXZbY 7.9 60

224 †−tion−lκGσorGthκGsluggishGoxiη−tivκG−ηηitionGoσG−rylGh−liηκsGtoGluOtPUGChemicallCommunicationsSG2014
SG]WSGX]ZZTa 5.8 59

223 ThκGimport−nβκGoσGβonσorm−tion−lGsκ−rβheG−GtκstGβ−sκGonGthκGβ−t−lytiβGβyβlκGoσGthκG‘uzukiâ��xiy−ur−G
βrossTβouplingUGTheoreticallChemistrylAccountsSG2011SGXYcSGaZdTa[a 1.9 57

222 pxpκrimκnt−lG−nηGβomput−tion−lGstuηiκsGoσGhyηrogκnGαonηingG−nηGprotonGtr−nsσκrGtoG
[npQqκOηppκPsäUGChemistryl-lAlEuropeanlJournalSG2005SGXXSGcbZTcc 4.8 57

221
lminκGβonσorm−tion−lGβh−ngκG−nηGspinGβonvκrsionGinηuβκηGαyGmκt−lT−ssistκηGlig−nηGoxiη−tioneG
σromGthκGsκvκnTβoorηin−tκGironOttPâ��T{llGβomplκxGtoGthκGtwoGoxiηizκηGironOttPâ��OpyPZtrκnGisomκrsUG
nh−r−βtκriz−tionSGβryst−lGstruβturκsSG−nηGηκnsityGσunβtion−lGstuηyUGInorganicalChimicalActaSG2000SG
YdbSGZZcTZ]W

2.7 57

220 zxiη−tivκGnouplingGxκβh−nismseGnurrκntG‘t−tκGoσG“nηκrst−nηingUGACSlCatalysisSG2018SGcSGXXaXTXXbY 13.1 56

219 nomput−tion−lGstuηyGwithGoqTG−nηGkinκtiβGmoηκlsGonGthκGmκβh−nismGoσGphotoiniti−tκηG−rom−tiβG
pκrσluoro−lkyl−tionsUGOrganiclLettersSG2015SGXbSGYabaTd 6.2 55

218 ThκGTr−nsmκt−l−tionG{roβκssGinG‘uzukiâ��xiy−ur−G†κ−βtionseGn−lβul−tionsGtnηiβ−tκGwowκrGm−rriκrGvi−G
moron−tκGtntκrmκηi−tκUGChemCatChemSG2014SGaSGZXZYTZXZc 5.2 55

217 n−t−lytiβGβrossTβouplingGoσGηi−zoGβompounηsGwithGβoin−gκGmκt−lTα−sκηGβ−t−lystseG−nGκxpκrimκnt−lG
−nηGthκorκtiβ−lGstuηyUGDaltonlTransactionsSG2013SG[YSG[XZYTc 4.3 55

216 oκnsityGσunβtion−lGstuηyGonGthκGmκβh−nismGoσGthκGv−n−ηiumTβ−t−lyzκηGoxiη−tionGoσGsulσiηκsGαyG
hyηrogκnGpκroxiηκUGJournalloflOrganiclChemistrySG2003SGacSG[Ya]Tb[ 4.2 55

215
pxpκrimκnt−lG−nηGThκorκtiβ−lG‘tuηiκsGoσGmonηingG−nηGzxiη−tivκGlηηitionGoσGrκrm−nκsG−nηG‘il−nκsSG
ps[Tn{hnGOpGhG‘iSGrκfGnGhGWâ��ZPSGtoGxoOnzPOηiphosphinκPYUGThκGqirstG‘truβtur−llyGnh−r−βtκrizκηG
rκrm−nκGˇ�GnomplκxUGOrganometallicsSG2003SGYYSG]ZWbT]ZYZ

3.8 55

(2003-2000)
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214 nyβloαutκnκGvsGXSZToiκnκGqorm−tionGinGthκGrolηTn−t−lyzκηG†κ−βtionGoσGllkynκsGwithGllkκnκseGThκG
nomplκtκGxκβh−nistiβG{iβturκUGJournalloflthelAmericanlChemicallSocietySG2017SGXZdSGXWZWYTXWZXX 16.4 52

213 lGoqTG‘tuηyGoσGthκGpσσκβtGoσGthκGwig−nηsGinGthκG†κηuβtivκGplimin−tionGσromG{−ll−ηiumGmisO−llylPG
nomplκxκsâ� UGOrganometallicsSG2010SGYdSG[dcZT[ddX 3.8 52

212 –hyGisGthκG‘uzukiTxiy−ur−GβrossTβouplingGoσGspZGβ−rαonsGinG−lph−TαromoGsulσoxiηκGsystκmsGσ−stG−nηG
stκrκosκlκβtivκjGlGoqTGstuηyGonGthκGmκβh−nismUGJournalloflOrganiclChemistrySG2009SGb[SG[W[dT][ 4.2 52

211 ‘inglκGplκβtronGTr−nsσκrG‘tκpsGinG–−tκrGzxiη−tionGn−t−lysisUG†κηκσiningGthκGxκβh−nistiβG‘βκn−rioUG
ACSlCatalysisSG2017SGbSGXbXYTXbXd 13.1 51

210 znGthκGzriginGoσG˛–TG−nηG˛†TlgostiβGoistortionsGinGp−rlyTTr−nsitionTxκt−lGllkylGnomplκxκsUG
OrganometallicsSG2008SGYbSGXXYcTXXZ[ 3.8 51

209 nritiβ−lG†olκGoσGthκGnorrκl−tionGqunβtion−lGinGoqTGoκsβriptionsGoσG−nGlgostiβGyioαiumGnomplκxUG
JournalloflChemicallTheorylandlComputationSG2007SGZSGXZYdTZa 6.4 51

208 lGthκorκtiβ−lG−n−lysisGoσG−Gβl−ssiβGκx−mplκGoσGsupr−molκβul−rGβ−t−lysisUGChemicallCommunicationsSG
2007SGb[cT]W 5.8 50

207 nruβi−lGrolκGoσG−nionsGonGthκGηκproton−tionGoσGthκGβ−tioniβGηihyηrogκnGβomplκxG
tr−nsT[qκsOκt−YTsYPOηppκPYäRUGJournalloflthelAmericanlChemicallSocietySG2007SGXYdSGaaWcTXc 16.4 50

206 syηriηκGpxβh−ngκG{roβκssκsGinGthκGnoorηin−tionG‘phκrκGoσGTr−nsitionGxκt−lGnomplκxκseGGThκG
zssZOms[PO{†ZPYG‘ystκmUGJournalloflthelAmericanlChemicallSocietySG1996SGXXcSGcZccTcZd[ 16.4 50

205 nomput−tion−lG‘tuηyGonGthκGxκβh−nismGoσGthκGlββκlκr−tionGoσGXSZToipol−rGnyβlo−ηηitionGinsiηκG
nuβurαit[aäurilUGACSlCatalysisSG2015SG]SGY[[]TY[]X 13.1 49

204 ThκGrolκGoσGβyβloαutκnκsGinGgolηOtPTβ−t−lysκηGskκlκt−lGrκ−rr−ngκmκntGoσGXSaTκnynκsUGOrganiclandl
BiomolecularlChemistrySG2012SGXWSGaXW]TXX 3.9 49

203
Thκorκtiβ−lG‘tuηyGoσGthκGsyηrogκnGpxβh−ngκGnouplingGinGthκGxκt−lloβκnκGTrihyηriηκGnomplκxκsG
[On]s]PYxsZänRGOxGhGxoSG–SGnGhGXfGxGhGyαSGT−SGnGhGWPUGJournalloflthelAmericanlChemicallSocietySG
1996SGXXcSG[aXbT[aYX

16.4 49

202 monηingGinGplong−tκηGoihyηrogκnGnomplκxκsUGThκorκtiβ−lGln−lysisGoσGthκGplκβtronGoκnsityGinG
[xwnOs´•´•´•sPäG‘pκβiκsUGOrganometallicsSG1996SGX]SGYd[bTYd]Z 3.8 47

201 Tow−rηG−Gmκβh−nistiβGunηκrst−nηingGoσGoxiη−tivκGhomoβouplingeGthκGrl−sκrâ��s−yGrκ−βtionUGCatalysisl
SciencelandlTechnologySG2014SG[SG[YWWT[YWd 5.5 46

200 ThκGxκβh−nismGoσGthκGn−t−lytiβGqunβtion−liz−tionGoσGs−lo−lk−nκsGαyGn−rακnκGtnsκrtioneGlnG
pxpκrimκnt−lG−nηGThκorκtiβ−lG‘tuηyUGOrganometallicsSG2009SGYcSG]dacT]dcX 3.8 46

199
‘ynthκsisG−nηG‘pκβtrosβopiβG{ropκrtiκsGoσGoihyηrogκnGtsoβy−niηκGyioαoβκnκG
[yαO˛•]Tn]s[‘ixκZPYO˛•YTsYPOny†PäRGnomplκxκsUGpxpκrimκnt−lG−nηGThκorκtiβ−lG‘tuηyGoσGthκG
mloβkκηG†ot−tionGoσG−Gnoorηin−tκηGoihyηrogκnUGJournalloflthelAmericanlChemicallSocietySG1997SG
XXdSGaXWbTaXX[

16.4 46

198 nâ��sG−nηGnâ��nG−gostiβGintκr−βtionsGinGβyβlo−lkylGtrisOpyr−zolylPαor−tonioαiumGβomplκxκsUGDaltonl
TransactionsSG2003SG[W]bT[Wa[ 4.3 46

197 qunβtion−lTrroupTTolκr−ntSG‘ilvκrTn−t−lyzκηGyTyGmonηGqorm−tionGαyGyitrκnκGTr−nsσκrGtoGlminκsUG
JournalloflthelAmericanlChemicallSocietySG2017SGXZdSGYYXaTYYYZ 16.4 45
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196 noppκrTn−t−lyzκηGyTqGmonηGlβtiv−tionGσorG“niσormGtntr−molκβul−rGnTsGlmin−tionG iκlηingG
{yrroliηinκsG−nηG{ipκriηinκsUGAngewandtelChemiel-lInternationallEditionSG2019SG]cSGcdXYTcdXa 16.4 45

195 pquiliαri−GακtwκκnG−lph−TG−nηGακt−T−gostiβGst−αilizκηGrot−mκrsGoσGsκβonη−ryG−lkylGnioαiumG
βomplκxκsUGJournalloflthelAmericanlChemicallSocietySG2001SGXYZSGaWWWTXZ 16.4 45

194 xolκβul−rGhyηrogκnGβomplκxκsGwithG−GhyηriηκGlig−nηUGlnG−αGinitioGstuηyGonGthκGironGhyηriηκSG
[qκO{†ZP[sOsYPäRSGsystκmUGJournalloflthelAmericanlChemicallSocietySG1991SGXXZSGYcbdTYcc[ 16.4 45

193 {hosphinκG−nηGsolvκntGκσσκβtsGonGoxiη−tivκG−ηηitionGoσGnsZmrGtoG{ηO{†ZPG−nηG{ηO{†ZPYGβomplκxκsUG
DaltonlTransactionsSG2011SG[WSGXXWcdTd[ 4.3 44

192 lgostiβGintκr−βtionsGinG−lkylGηκriv−tivκsGoσGstκriβ−llyGhinηκrκηGtrisOpyr−zolylPαor−tκGβomplκxκsGoσG
nioαiumUGCoordinationlChemistrylReviewsSG2009SGY]ZSGaZ]Ta[a 23.2 44

191 oyn−miβGmκh−viorGinG‘olutionGoσGthκGTr−nsTsyηriηoηihyηrogκnGnomplκxG
[zssnlOnYTsYPOnzPO{i{rZPYäeGlαGtnitioG−nηGyx†G‘tuηiκsUGChemistryl-lAlEuropeanlJournalSG1996SGYSGcX]TcY]4.8 44

190 wightTorivκnGpn−ntiosκlκβtivκGzrg−noβ−t−lytiβG˛†Tmκnzyl−tionGoσGpn−lsUGAngewandtelChemiel-l
InternationallEditionSG2017SG]aSGZZW[TZZWc 16.4 43

189 {rκp−r−tionG−nηGnh−r−βtκriz−tionGoσGzsmiumâ��‘t−nnylG{olyhyηriηκseGGη[â��ηYGzxiη−tivκGlηηitionGoσG
yκutr−lGxolκβulκsGinG−Gw−tκGTr−nsitionGxκt−lUGOrganometallicsSG2003SGYYSGYWcbTYWda 3.8 43

188 nompκtitionGακtwκκnG‘tκriβG−nηGplκβtroniβGnontrolGoσG‘truβturκGinG†uOnzPYwYwâ��GnomplκxκsUG
OrganometallicsSG1997SGXaSGXdbdTXddZ 3.8 42

187 oκnsityGqunβtion−lG‘tuηyGonGthκGpσσκβtGoσGthκGtr−nsGlxi−lGwig−nηGoσmXYnoσ−βtorsGonGthκGsκtκrolytiβG
nlκ−v−gκGoσGthκGnoâ��nGmonηUGJournalloflPhysicallChemistrylBSG2003SGXWbSGZWaTZX] 3.4 42

186 lnGunprκβκηκntκηG−lph−TnTnG−gostiβGintκr−βtionGinG−GβyβlopropylGtrisOpyr−zolylPαor−tonioαiumG
βomplκxUGChemicallCommunicationsSG2003SGcbaTb 5.8 42

185 nomput−tion−lGstuηyGonGthκGηiσσκrκnβκGακtwκκnGthκGnoTnGαonηGηissoβi−tionGκnκrgyGinG
mκthylβoα−l−minG−nηG−ηκnosylβoα−l−minUGJournalloflBiologicallInorganiclChemistrySG2005SGXWSG]WdTXb 3.7 42

184 pluβiη−tingGthκGxκβh−nismGoσGlrylGlmin−tionsGxκηi−tκηGαyGysnT‘upportκηGyiβkκlGnomplκxκseG
pviηκnβκGσorG−Gyonr−ηiβ−lGyiOWPVyiOttPG{−thw−yUGACSlCatalysisSG2018SGcSGZbZZTZb[Y 13.1 41

183 xκβh−nistiβG‘tuηiκsGonGrolηTn−t−lyzκηGoirκβtGlrκnκGnâ��sGmonηGqunβtion−liz−tionGαyGn−rακnκG
tnsκrtioneGThκGnoin−gκTxκt−lGpσσκβtUGOrganometallicsSG2017SGZaSGXbYTXbd 3.8 41

182 xκβh−nismGoσGthκG[OysnPluOtPäTβ−t−lyzκηGrκ−rr−ngκmκntGoσG−llyliβG−βκt−tκsUGlGoqTGstuηyUGOrganicl
LettersSG2009SGXXSGcXT[ 6.2 41

181 lppliβ−tionsGoσGsyαriηGoqTVxolκβul−rGxκβh−niβsGtoGsomogκnκousGn−t−lysisUGStructurelandlBondingSG
2004SGXXbTX]W 0.9 41

180
zxiη−tivκGlηηitionGoσGrroupGX[GplκmκntGsyηriηoGnompounηsGtoG
zssOYPOκt−OYPTnsOYPhnsptPOnzPO{OiP{rOZPPOYPeG‘ynthκsisG−nηGnh−r−βtκriz−tionGoσGthκGqirstG
TrihyηriηoT‘ilylSGTrihyηriηoTrκrmylSG−nηGTrihyηriηoT‘t−nnylGoκriv−tivκsGoσGzsmiumOt”PUGInorganicl
ChemistrySG1996SGZ]SGXY]WTXY]a

5.1 41

179 ‘t−αiliz−tionGoσGthκG−ηκnosylGr−ηiβ−lGinGβoκnzymκGmXYGâ��G−Gthκorκtiβ−lGstuηyUGChemicallPhysicslLettersSG
2004SGZcaSGXb[TXbc 2.5 40

(2004-2019)
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178
ThκGrκ−βtionGoσGthκGuns−tur−tκηGrhκniumGσr−gmκntG{†κO˛•]Tn]xκ]POnzPY}GwithGXS[TηiσluoroακnzκnκUG
Thκrm−lGintr−molκβul−rGβonvκrsionGoσG−GrhκniumGOηiσluorophκnylPOhyηriηκPGtoG†κO˛•YTnas[qYPG−nηG−G
[XS[äTmκt−llotropiβGshiσtUGDaltonlTransactionslRSCSG2001SGX[]YTX[aX

40

177 xκβh−nismGoσGthκGα−sκT−ssistκηGηispl−βκmκntGoσGβhloriηκGαyG−lβoholGinGsulσinylGηκriv−tivκsUGJournall
oflOrganiclChemistrySG2006SGbXSGaZccTda 4.2 39

176
ThκGκσσκβtGoσGthκGIinκrtIGβountκr−nionsGinGthκGηκproton−tionGoσGthκGηihyηrogκnGβomplκxG
tr−nsT[qκsOκt−GYTsYPOηppκPYäReGkinκtiβG−nηGthκorκtiβ−lGstuηiκsUGJournalloflthelAmericanlChemicall
SocietySG2004SGXYaSGYZYWTX

16.4 39

175
tntr−molκβul−rG−tomGκxβh−ngκGακtwκκnGmolκβul−rGhyηrogκnG−nηGhyηriηκGlig−nηsGinG
βisT[qκO{†ZP[sOsYPäRGβomplκxκsUGlnG−αGinitioGthκorκtiβ−lGstuηyUGJournalloflthelAmericanlChemicall
SocietySG1992SGXX[SGYdYYTYdYc

16.4 39

174 noopκr−tivκG†κηuβtivκGplimin−tioneGThκGxissingG{iκβκGinGthκGzxiη−tivκTnouplingGxκβh−nistiβG
{uzzlκUGAngewandtelChemiel-lInternationallEditionSG2016SG]]SGYba[Tb 16.4 38

173 †κ−βtionGoσG−lkynκsG−nηG−ziηκseGnotGtri−zolκsGthroughGβoppκrT−βκtyliηκsGαutGox−zolκsGthroughG
βoppκrTnitrκnκGintκrmκηi−tκsUGChemistryl-lAlEuropeanlJournalSG2014SGYWSGZ[aZTb[ 4.8 37

172 xκβh−nismGoσG‘iηκG†κ−βtionsGinGllk−nκGnjsGmonηGqunβtion−liz−tionGαyGoi−zoGnompounηsGn−t−lyzκηG
αyGlgG−nηGnuGsomosβorpion−tκGnomplκxκsâ��lGoqTG‘tuηyUGChemCatChemSG2011SGZSGXa[aTXa]Y 5.2 37

171 syαriηGqu−ntumTmκβh−niβ−lG−nηGmolκβul−rGmκβh−niβsGstuηyGoσGnuG−tomsGηκpositionGonG‘izYG
surσ−βκGηκσκβtsUGChemicallPhysicslLettersSG1998SGYd[SGaXXTaXc 2.5 37

170 lαGtnitioGxzG−nηGxxG‘tuηyGonGthκGy−turκGoσG[†uO{T{PYIsZIäRGO{T{GhGηppαSGηiopSGηpmαSGηppκPG
nomplκxκsUGOrganometallicsSG1994SGXZSG[WWcT[WXa 3.8 37

169 s−liηκGlαstr−βtionGnompκtκsGwithGzxiη−tivκGlηηitionGinGthκG†κ−βtionsGoσGlrylGs−liηκsGwithG[yiO{xκG
{hGPGäUGChemistryl-lAlEuropeanlJournalSG2017SGYZSGXabYcTXabZZ 4.8 36

168 Thκrm−llyGlβtiv−tκηG‘itκGpxβh−ngκG−nηG}u−ntumGpxβh−ngκGnouplingG{roβκssκsGinG“nsymmκtriβ−lG
TrihyηriηκGzsmiumGnompounηsUGInorganiclChemistrySG1999SGZcSGXcX[TXcY[ 5.1 36

167 znGthκGqκ−siαilityGoσGyiβkκlTn−t−lyzκηGTriσluoromκthyl−tionGoσGlrylGs−liηκsUGOrganometallicsSG2014SG
ZZSGa]ZXTa][Z 3.8 35

166 nTsGαonηG−βtiv−tionGoσGακnzκnκGαyGuns−tur−tκηG˛•YTβyβlopropκnκG−nηG˛•YTακnzynκGβomplκxκsGoσG
nioαiumUGJournalloflthelAmericanlChemicallSocietySG2010SGXZYSGX[YZdT]W 16.4 35

165 xκβh−nistiβG−nηGβomput−tion−lGstuηiκsGoσGthκG−tomGtr−nsσκrGr−ηiβ−lG−ηηitionGoσGnnl[GtoGstyrκnκG
β−t−lyzκηGαyGβoppκrGhomosβorpion−tκGβomplκxκsUGInorganiclChemistrySG2011SG]WSGY[]cTab 5.1 35

164 Thκorκtiβ−lGmoηκlingGoσGthκGhκmκGgroupGwithG−GhyαriηG}xVxxGmκthoηUGJournalloflComputationall
ChemistrySG2000SGYXSGYcYTYd[ 3.5 35

163 lGβomput−tion−lGviκwGonGthκGrκ−βtionsGoσGhyηroβ−rαonsGwithGβoin−gκGmκt−lGβomplκxκsUGJournallofl
OrganometalliclChemistrySG2015SGbc[SGYTXY 2.3 33

162 nomput−tion−lGβh−r−βtκriz−tionGoσG−Gmκβh−nismGσorGthκGβoppκrTβ−t−lyzκηG−κroαiβGoxiη−tivκG
triσluoromκthyl−tionGoσGtκrmin−lG−lkynκsUGChemicallCommunicationsSG2013SG[dSGXW[caTc 5.8 33

161 nomput−tion−lGβh−r−βtκriz−tionGoσGthκGmκβh−nismGσorGβoin−gκTmκt−lTβ−t−lyzκηGβ−rαoxyl−tionGoσG
tκrmin−lG−lkynκsUGJournalloflOrganiclChemistrySG2014SGbdSGXXdcXTb 4.2 32
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160
lnGunusu−lGκx−mplκGoσGhypκrv−lκntGsiliβoneG−GσivκTβoorηin−tκGsilylGgroupGαriηgingGtwoGp−ll−ηiumGorG
niβkκlGβκntκrsGthroughG−Gnonsymmκtriβ−lGσourTβκntκrGtwoTκlκβtronGαonηUGAngewandtelChemiel-l
InternationallEditionSG2014SG]ZSGXXWZTc

16.4 32

159 oiσσκrκntGv−nGηκrG–−−lsGr−ηiiGσorGorg−niβG−nηGinorg−niβGh−logκnG−tomseG−Gsigniσiβ−ntGimprovκmκntGinG
txzxxGpκrσorm−nβκUGTheoreticallChemistrylAccountsSG1997SGdaSGX[aTX]W 1.9 32

158 noppκrTn−t−lyzκηGmoryl−tivκG†ingGnlosingGnâ��nGnouplingGtow−rηG‘piroTG−nηGoispirohκtκroβyβlκsUGACSl
CatalysisSG2018SGcSGYcZZTYcZc 13.1 31

157
‘ynthκsisG−nηGrκ−βtivityGoσ[zss{nas[OnsnssP}OnzPO{{riZPYäG−nηGthκG
σorm−toβompounηs[zs{OpGPTnsns{h}O˛•YTzYnsPOnzPO{{riZPYäG−nη[zssO˛•YTzYnsPOnzPO{{riZPYäQUG
JournalloflthelChemicallSocietylDaltonlTransactionsSG1997SGXcXTXdY

31

156 {olyκnκGnyβliz−tionGαyG−GoouαlκGtntr−molκβul−rGsκβkG†κ−βtionUGlGoqTG‘tuηyUGOrganometallicsSG2004SG
YZSGYbc[TYbda 3.8 31

155 oqTG†−tion−liz−tionGoσGthκGoivκrsκGzutβomκsGoσGthκGtoηinκOtttPTxκηi−tκηGzxiη−tivκGlmin−tionGoσG
llkκnκsUGChemistryl-lAlEuropeanlJournalSG2016SGYYSGb][]T]Z 4.8 31

154 syαriηG}u−ntumGxκβh−niβsVxolκβul−rGxκβh−niβsGxκthoηsGinGTr−nsitionGxκt−lGnhκmistryUGTopicslinl
OrganometalliclChemistrySG1999SGXa]TXdX 0.6 31

153 ‘itκG{rκσκrκnβκGpnκrgκtiβsSGqluxion−litySG−nηGtntr−molκβul−rGxâ��s´•´•´•sâ��yGsyηrogκnGmonηingGinG−G
ooηκβ−hκηr−lGTr−nsitionGxκt−lG{olyhyηriηκâ� UGInorganiclChemistrySG1997SGZaSG]]W]T]]XX 5.1 30

152 oihyηrogκnGtoGηihyηriηκGisomκriz−tionGmκβh−nismGinG[On]xκ]PqκsYO{hY{nsYnsY{{hYPäRGthroughG
thκGκxpκrimκnt−lG−nηGthκorκtiβ−lG−n−lysisGoσGkinκtiβGisotopκGκσσκβtsUGInorganiclChemistrySG2006SG[]SGXWY[cTaY5.1 30

151 noppκrOtPâ��zlκσinGnomplκxκseGThκGpσσκβtGoσGthκGTrispyr−zolylαor−tκGlnβill−ryGwig−nηGinG‘truβturκG−nηG
†κ−βtivityUGOrganometallicsSG2010SGYdSGZ[cXTZ[cd 3.8 29

150 lGoqTVxxG−n−lysisGoσGthκGκσσκβtGoσGlig−nηGsuαstituκntsGonG−symmκtriβGhyηrogκn−tionGβ−t−lyzκηGαyG
rhoηiumGβomplκxκsGwithGphosphinκâ��phosphinitκGlig−nηsUGCanadianlJournalloflChemistrySG2009SGcbSGXYbZTXYbd0.9 29

149 zpposingGstκriβG−nηGκlκβtroniβGβontriαutionsGinGzsnlYsYO{{rZiPYUGlGthκorκtiβ−lGstuηyGoσG−nGunusu−lG
struβturκUGNewlJournalloflChemistrySG1998SGYYSG]Td 3.6 29

148 n−t−lytiβGyitrκnκGTr−nsσκrGToGllkynκseGlGyovκlG−nηG”κrs−tilκG†outκGσorGthκG‘ynthκsisGoσG
‘ulσin−miηκsG−nηGtsothi−zolκsUGAngewandtelChemiel-lInternationallEditionSG2017SG]aSGXYc[YTXYc[b 16.4 28

147 {κrσorm−nβκGoσGthκGsκmiκmpiriβ−lG{xZGOtmPGmκthoηGinGthκGgκomκtryGoptimiz−tionGoσGtr−nsitionG
mκt−lGβomplκxκsUGJournalloflComputationallChemistrySG2000SGYXSG]aYT]bX 3.5 28

146 xκβh−nismGσorGsyηriηκTlssistκηG†κ−rr−ngκmκntGσromGpthyliηκnκGtoGpthylκnκGinGtriηiumGn−tioniβG
nomplκxκsUGOrganometallicsSG2010SGYdSGYW[WTYW[] 3.8 27

145 xκβh−nistiβGstuηyGoσG−minκGtoGiminκGoxiη−tionGinG−Gηinuβlκ−rGnuOttPGβomplκxGβont−iningG−nGoβt−−z−G
ηinuβlκ−tingGlig−nηUGInorganiclChemistrySG2010SG[dSG]dbbTc] 5.1 27

144
q−βtorsG−σσκβtingGiminκGβoorηin−tionGinGOiminotκrpyriηinκPx—YGOxGhGqκSGnoSGyiSG§nPeGsynthκsisSG
struβturκsSGoqTGβ−lβul−tionsG−nηGκthylκnκGoligomκris−tionGstuηiκsUGNewlJournalloflChemistrySG2007SG
ZXSGb]Tc]

3.6 27

143 syαriηGqu−ntumGmκβh−niβsVmolκβul−rGmκβh−niβsGstuηiκsGoσGthκG−βtivκGsitκGoσGthκGαluκGβoppκrG
protκinsG−miβy−ninG−nηGrustiβy−ninUGInorganicalChimicalActaSG2001SGZY[SGYXTYa 2.7 27

(2001-2014)
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142 –−tκrGoxiη−tionGκlκβtroβ−t−lysisGusingGruthκniumGβoorηin−tionGoligomκrsG−ηsorακηGonGmultiw−llκηG
β−rαonGn−notuακsUGNaturelChemistrySG2020SGXYSGXWaWTXWaa 17.6 27

141 zαsκrvingG−nηGmoηκllingGκnκrgκtiβ−llyGβlosκG˛–TG−nηG˛†Tβ−rαonâ��hyηrogκnG−gostiβGintκr−βtionsGinG−nG
isopropylGtrisOpyr−zolylPαor−tonioαiumGβomplκxUGChemicallCommunicationsSG1998SGYWXXTYWXY 5.8 26

140 oi−stκrκoηivκrgκntGpn−ntiosκlκβtivκG[cGRGYäGlnnul−tionGoσGTroponκsG−nηGpn−lsGn−t−lyzκηGαyG
yTsκtκroβyβliβGn−rακnκsUGOrganiclLettersSG2019SGYXSGZXcbTZXdY 6.2 25

139 xκ−suringGthκG†κl−tivκG†κ−βtivityGoσGthκGn−rαonTsyηrogκnGmonηsGoσGllk−nκsG−sGyuβlκophilκsUG
AngewandtelChemiel-lInternationallEditionSG2018SG]bSGXZc[cTXZc]Y 16.4 25

138
Thκorκtiβ−lGnh−r−βtκriz−tionGoσG−nGtntκrmκηi−tκGσorGthκG[ZGRGYäGnyβlo−ηηitionGxκβh−nismGinGthκG
misOηihyηroxyTGquiniηinκPâ��ZSaT{yriη−zinκ´•zsmiumGTκtroxiηκTn−t−lyzκηGoihyηroxyl−tionGoσG‘tyrκnκUG
JournalloflOrganiclChemistrySG1997SGaYSGbcdYTbcd[

4.2 25

137 ‘omκGβritiβ−lGissuκsGinGthκG−ppliβ−tionGoσGqu−ntumGmκβh−niβsVmolκβul−rGmκβh−niβsGmκthoηsGtoGthκG
stuηyGoσGtr−nsitionGmκt−lGβomplκxκsUGFaradaylDiscussionsSG2003SGXY[SG[YdT[XfGηisβussionG[[ZT]] 3.6 25

136
‘ilylSGhyηriηoTsilylκnκSGorGothκrGαonηingGmoηκseGsomκGunusu−lGstruβturκsGoσG[OηhpκP{tO‘is†YPäRG
OηhpκGhGsY{TnsYTnsYT{sYfG†GhGsSGxκSG‘isZSGnlSGzxκSGyxκYPG−nηG[OηhpκP{tO‘i†ZPäORPGO†GhGxκSGnlPG
σromGoqTGβ−lβul−tionsUGInorganiclChemistrySG2002SG[XSGbXW]TXY

5.1 25

135 [xwnO‘i†ZPO˛•YTsâ��sPäGorG[xwnOsPO˛•YTsâ��‘i†ZPäjGlnG−αGtnitioGxzG‘tuηyGonG[zsnlOnzPO{†ZPYâ��sY‘i†Zâ��äG
nomplκxκsUGOrganometallicsSG1996SGX]SGXYXcTXYYY 3.8 25

134 {ηTβ−t−lysκηGmonoTG−nηGηiβ−rαonyl−tionGoσG−rylGioηiηκseGinsightsGintoGthκGmκβh−nismG−nηGthκG
sκlκβtivityUGChemistryl-lAlEuropeanlJournalSG2014SGYWSGXWdcYTd 4.8 24

133 oqTGmoηκlingGoσGrκ−βtivityGinG−nGioniβGliquiηeGsowGm−nyGionGp−irsjUGJournalloflComputationall
ChemistrySG2008SGYdSGcdYTd 3.5 24

132 nomput−tion−lG}xVxxGstuηyGonGthκGstruβturκG−nηGκnκrgκtiβsGoσGspκβiκsGinvolvκηGinGthκG−βtiv−tionG
oσGthκGnâ��sG−nηGnâ��‘GαonηsGoσGthiophκnκGαyGnpQ†h{xκZUGNewlJournalloflChemistrySG2004SGYcSGaY]TaZW 3.6 24

131 {hosphinκGoissoβi−tionGxκηi−tκsGnâ��sGnlκ−v−gκGoσGqluoro−rκnκsGαyGzssOnas]POnzPO{tmuYxκPYUG
JournalloflthelAmericanlChemicallSocietySG1999SGXYXSGXWcd]TXWdWb 16.4 24

130 Thκorκtiβ−lGpv−lu−tionGoσG‘tκriβGpσσκβtsGinG[†κsO]PO{†OZPPOYPO‘i†OZPPOYPäGnomplκxκsGwithGthκGtxzxxG
xκthoηUGInorganiclChemistrySG1996SGZ]SGa[WXTa[W] 5.1 24

129 nâ��nGnouplingGnonst−ntsSGunnSGlrκG†κli−αlκG{roακsGσorG˛–Tnâ��nGlgostiβG‘truβturκsUGOrganometallicsSG
2009SGYcSGd[WTd[Z 3.8 23

128 nisStr−nsSβisGorGlllTβisGrκomκtryGinGηWGzβt−hκηr−lGoioxoGnomplκxκsUGlnGtxzxxG‘tuηyGoσGthκG†olκGoσG
‘tκriβGpσσκβtsUGInorganiclChemistrySG1998SGZbSGZZYXTZZY] 5.1 23

127
lG}xVxxGstuηyGoσGthκG−symmκtriβGηihyηroxyl−tionGoσGtκrmin−lG−liph−tiβGnT−lkκnκsGwithG
zsz[UOos}oPY{ o§eGκn−ntiosκlκβtivityG−sG−GσunβtionGoσGβh−inGlκngthUGChemistryl-lAlEuropeanl
JournalSG2005SGXXSGXWXbTYd

4.8 22

126 ln−lysisGoσGsolvκntGκσσκβtGonG‘yYGrκ−βtionsGαyGηiσσκrκntGthκorκtiβ−lGmoηκlsUGJournalloflPhysicall
OrganiclChemistrySG1989SGYSGaXXTaYY 2.1 22

125 nhir−lGtr−nsitionTmκt−lGβomplκxκsG−sGmrˆ‚nstκηT−βiηGβ−t−lystsGσorGthκG−symmκtriβGqriκηκlTnr−σtsG
hyηroxy−lkyl−tionGoσGinηolκsUGDaltonlTransactionsSG2014SG[ZSGXXYaWTc 4.3 21

Feliu Maseras
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124 ‘uαstitutionGrκ−βtionsGinGηinuβlκ−rG†uTsαppGβomplκxκseG−nGκv−lu−tionGoσGthroughTsp−βκG
intκr−βtionsUGInorganiclChemistrySG2012SG]XSGXccdTdWX 5.1 21

123 oihyηrogκnGqorm−tionGinG−GTrihyηriηκGxκt−lloβκnκG−nηGttsGplimin−tionSGmothGlssistκηGαyGwκwisG
lβiηseGThκG[npYyαsZäRmsZG‘ystκmUGAngewandtelChemielInternationallEditionlinlEnglishSG1997SGZaSGYa]TYaa 21

122 plκβtroniβG−g−instGstκriβGκσσκβtsGinGηistortκηG−miηκsUGComputationallandlTheoreticallChemistrySG2003SG
aZYSGXZXTX[[ 21

121 lαGinitioGmolκβul−rGorαit−lGβh−r−βtκriz−tionGoσGthκG[zsO{†ZPZIs]IäRGβomplκxUGJournalloflthel
AmericanlChemicallSocietySG1993SGXX]SGcZXZTcZYW 16.4 21

120 ‘tκriβGκσσκβtsGηκtκrminκGthκGmκβh−nismsGoσGrκ−βtionsGακtwκκnGαisOyThκtκroβyβliβG
β−rακnκPTniβkκlOWPGβomplκxκsG−nηG−rylGh−liηκsUGChemicallCommunicationsSG2018SG][SGXWa[aTXWa[d 5.8 21

119 nomput−tion−lGnh−r−βtκriz−tionGoσGthκGxκβh−nismGσorGthκGzxiη−tivκGnouplingGoσGmκnzoiβGlβiηG−nηG
llkynκsGαyG†hoηiumVnoppκrG−nηG†hoηiumV‘ilvκrG‘ystκmsUGChemistryl-lAlEuropeanlJournalSG2018SGY[SGXYZcZTXYZcc4.8 20

118 ThroughTsp−βκGlig−nηGintκr−βtionsGinGκn−ntiomκriβGηinuβlκ−rG†uGβomplκxκsUGChemistryl-lAlEuropeanl
JournalSG2010SGXaSGbda]Tc 4.8 20

117 mrκ−kingG−nGκlκβtroniβ−llyGprκσκrrκηGsymmκtryGαyGstκriβGκσσκβtsGinG−GsκriκsGoσG[trOαiphP—O}†ZPYäG
βompounηsGO—hnlGorGtSG}h{GorGlsPUGNewlJournalloflChemistrySG1998SGYYSGX[dZTX[dc 3.6 20

116 {−ll−ηiumTn−t−lyzκηGlκroαiβGsomoβouplingGoσGllkynκseGqullGxκβh−nistiβGnh−r−βtκriz−tionGoσG−GxorκG
nomplκxGzxiη−sκTTypκGmκh−viorUGACSlCatalysisSG2018SGcSGb[d]Tb]Wa 13.1 20

115 ‘ilvκrTn−t−lyzκηGqunβtion−liz−tionGoσGpstκrsGαyGn−rακnκGTr−nsσκreGThκG†olκGoσG liηκG§wittκrioniβG
tntκrmκηi−tκsUGChemCatChemSG2014SGaSGYYWaTYYXW 5.2 19

114 qunβtion−liz−tionGoσGnnsYnRYGllk−nκseG‘upκrβritiβ−lGn−rαonGoioxiηκGpnh−nβκsGthκG†κ−βtivityG
tow−rηsG{rim−ryGn−rαonâ��syηrogκnGmonηsUGChemCatChemSG2015SGbSGZY][TZYaW 5.2 19

113
ThκGy−turκGoσGxâ��mG”κrsusGxjmGmonηsGinGn−tioniβGTκrmin−lGmorylκnκGnomplκxκseG‘truβturκG−nηG
pnκrgyGln−lysisGinGthκGmorylκnκGnomplκxκsG[O˛•]Tn]s]POnzPYx{mO˛•]Tn]xκ]P}äRSG
[O˛•]Tn]s]POnzPYxOmxκsPäRSG−nηG[O˛•]Tn]s]POnzPYxOmyxκYPäRGOxGhGqκSG†uSGzsPUGOrganometallicsSG
2009SGYcSGa[[YTa[[d

3.8 19

112 minηingGoσGηioxygκnGinG−GpiβkκtTσκnβκGporphyrinGβomplκxGoσGironUGlGthκorκtiβ−lG}xVxxGstuηyUGNewl
JournalloflChemistrySG1998SGYYSGZYbTZYY 3.6 19

111 nomput−tion−llyGruiηκηGoκsignGoσG−G†κ−ηilyGlssκmαlκηG{hosphitκâ��ThioκthκrGwig−nηGσorG−Gmro−ηG
†−ngκGoσG{ηTn−t−lyzκηGlsymmκtriβGlllyliβG‘uαstitutionsUGACSlCatalysisSG2018SGcSGZ]cbTZaWX 13.1 18

110 xκβh−nistiβGtnvκstig−tionGoσGtriηiumTn−t−lyzκηGnâ��sGmoryl−tionGoσGxκthylGmκnzo−tκeGwig−nηGpσσκβtsG
inG†κgiosκlκβtivityG−nηGlβtivityUGOrganometallicsSG2016SGZ]SGZYYXTZYYa 3.8 18

109
}u−ntumGmκβh−niβsVmolκβul−rGmκβh−niβsGmκthoηsGβ−nGακGmorκG−ββur−tκGth−nGσullGqu−ntumG
mκβh−niβsGinGsystκmsGinvolvingGηispκrsionGβorrκl−tionsUGPhysicallChemistrylChemicallPhysicsSG2011SG
XZSGXW]YWTa

3.6 18

108 oqTVxxG‘tuηyGonGnoppκrTn−t−lyzκηGnyβloprop−n−tionGâ��Gpn−ntiosκlκβtivityGwithGyoGpnth−lpyG
m−rriκrUGEuropeanlJournalloflOrganiclChemistrySG2008SGYWWcSG]aX[T]aYX 3.2 18

107 {r−βtiβ−lGtmpliβ−tionsGoσGmoronTtoT§inβGTr−nsmκt−l−tionGσorGthκGn−t−lytiβGlsymmκtriβGlryl−tionGoσG
llηκhyηκsUGAngewandtelChemieSG2008SGXYWSGXXX[TXXXb 3.6 18

(2008-2012)
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106 ‘ynthκsisG−nηGnomput−tion−lG‘tuηiκsGoσG{−ll−ηiumOtPGoimκrsG{ηY—YO{tmuY{hPYO—GhGmrSGtPe´ G{hκnylG
vκrsusGs−liηκGmriηgingGxoηκsUGOrganometallicsSG2006SGY]SG]ddWT]dd] 3.8 18

105 m−sκTβ−t−lyzκηGinvκrsionGoσGβhir−lGsulσurGβκntκrsUGlGβomput−tion−lGstuηyUGOrganiclLettersSG2004SGaSGYXdbTYWW6.2 18

104 “nκxpκβtκηGtnσluκnβκGoσGthκGnountκr−nionGinGthκG˛”YGvsG˛”ZGs−ptiβityGoσG{olyηκnt−tκGyToonorG
wig−nηsGinG[†htOyTlig−nηPwYäRGnomplκxκsUGOrganometallicsSG2004SGYZSG]]ZWT]]Zd 3.8 18

103 ‘ynthκsisG−nηGnh−r−βtκriz−tionGoσGxixκηT{hosphinκGzsmiumG{olyhyηriηκse´ GsyηrogκnG
oκloβ−liz−tionGinG[zss]{ZäR‘ystκmsUGOrganometallicsSG2001SGYWSG]YdbT]ZWd 3.8 18

102 nomput−tion−lGnh−r−βtκriz−tionGoσGthκGzriginGoσG‘κlκβtivityGinGnyβlo−ηηitionG†κ−βtionsGn−t−lyzκηGαyG
{hosphoriβGlβiηGoκriv−tivκsUGChemistryl-lanlAsianlJournalSG2016SGXXSG[XXTa 4.5 18

101 qourGzxiη−tionG‘t−tκsGinG−G‘inglκG{hotorκηoxGyiβkκlTm−sκηGn−t−lytiβGnyβlκeGlGnomput−tion−lG‘tuηyUG
AngewandtelChemiel-lInternationallEditionSG2019SG]cSGZcdcTZdWY 16.4 17

100 xilηSGrκvκrsiαlκGrκ−βtionGoσGiriηiumOtttPG−miηoGβomplκxκsGwithGβ−rαonGηioxiηκUGInorganiclChemistrySG
2012SG]XSGdacZTdZ 5.1 17

99 zxiη−tivκGηκhyηrogκn−tionGoσG−nG−minκGgroupGoσG−Gm−βroβyβliβGlig−nηGinGthκGβoorηin−tionGsphκrκGoσG
−GnuOttPGβomplκxUGDaltonlTransactionsSG2009SGaWXZTYW 4.3 17

98 Thκorκtiβ−lGstuηyGoσGthκGrκ−βtionGmκβh−nismGoσGthκGunβ−t−lyzκηGκpoxiη−tionGoσG−lkκnκsGαyG
ioηosylακnzκnκUGNewlJournalloflChemistrySG2003SGYbSGcXXTcXb 3.6 17

97 qourTplκβtronG†κηuβtionGoσGoi−zoGnompounηsG−tG−G‘inglκGTungstκnGxκt−lGnκntκreGGlGThκorκtiβ−lG
‘tuηyGoσGthκGxκβh−nismUGJournalloflthelAmericanlChemicallSocietySG1998SGXYWSGa]dcTaaWY 16.4 17

96 Thκorκtiβ−lG−nηG‘ynthκtiβG‘tuηiκsGonGoih−pto−βylG−nηG˛†TlgostiβGlβylGnomplκxκsGoσGxolyαηκnumUG
OrganometallicsSG1999SGXcSGZYd[TZZW] 3.8 17

95 pxp−nηingGthκG†−ngκGoσGqorβκGqiκlηsGlv−il−αlκGσorGzytzxGn−lβul−tionseGThκG‘tnT–zGtntκrσ−βκUG
JournalloflChemicallInformationlandlModelingSG2018SG]cSGXcYcTXcZ] 6.1 16

94 nomput−tion−lGβh−r−βtκriz−tionGoσGthκGmκβh−nismGσorGthκGlightTηrivκnGβ−t−lytiβG
triβhloromκthyl−tionGoσG−βylpyriηinκsUGOrganiclandlBiomolecularlChemistrySG2017SGX]SGca[XTca[b 3.9 16

93 sowGηoκsGthκGlβhir−lGm−sκGoκβiηκGthκG‘tκrκoβhκmiβ−lGzutβomκGinGthκGoyn−miβGvinκtiβG†κsolutionG
oσG‘ulσinylGnhloriηκsjGlGnomput−tion−lG‘tuηyUGAdvancedlSynthesislandlCatalysisSG2007SGZ[dSGYXWZTYXXW 5.6 16

92 lnG−αGinitioGmolκβul−rGorαit−lGstuηyGoσGthκGosmiumGβomplκxG[zsO{†ZPZs[äGsystκmUG{κκkingGintoGthκG
pκβuli−ritiκsGoσGsκvκnTβoorηin−tionUGJournalloflthelAmericanlChemicallSocietySG1993SGXX]SGXWdb[TXWdcW 16.4 16

91 yκwG”ist−sGinGTr−nsmκt−l−tionGwithGoisβrκtκGIlgnqGIG‘pκβiκseGtmpliβ−tionsGinG{ηTxκηi−tκηG
Triσluoromκthyl−tionG†κ−βtionsUGChemistryl-lAlEuropeanlJournalSG2018SGY[SGXXcd]TXXcdc 4.8 16

90 lGoqTTα−sκηGmκβh−nistiβGpropos−lGσorGthκGlightTηrivκnGinsκrtionGoσGηioxygκnGintoG{tOiiPTnGαonηsUG
ChemicallScienceSG2018SGdSG]WZdT]W[a 9.4 15

89 ˛†TsGlαstr−βtionVXSZTnsGmonηGlηηitionG−sG−Gxκβh−nismGσorGthκGlβtiv−tionGoσGnsGmonηsG−tGp−rlyG
Tr−nsitionGxκt−lGnκntκrsUGOrganometallicsSG2014SGZZSGbYbWTbYbc 3.8 15
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88 lrom−tiβGvκrsusGmκnzyliβGnsGmonηGlβtiv−tionGoσGllkyl−rom−tiβsGαyG−GTr−nsiκntG˛•YTnyβlopropκnκG
nomplκxUGOrganometallicsSG2011SGZWSGZdddT[WWb 3.8 15

87 ‘truβtur−lG−n−lysisGoσGzinβoβκnκsGwithGsuαstitutκηGβyβlopκnt−ηiκnylGringsUGChemistryl-lAlEuropeanl
JournalSG2009SGX]SGdY[TZ] 4.8 15

86 [On]s[xκptPtrO{{hZPYäReG−nG−gostiβGnâ��nGαonηGorG−GβlosκGmκt−lâ��lig−nηGβont−βtjUGInorganicalChimical
ActaSG2004SGZ]bSGZ[]TZ[a 2.7 15

85 lnGosβill−tingGnYOYTPGunitGinsiηκG−GβoppκrGrκβt−nglκUGChemicallCommunicationsSG2003SGXYaWTX 5.8 15

84 ‘κ−rβhingGσorGsiηηκnGoκsβriptorsGinGthκGxκt−lTwig−nηGmonηGthroughG‘t−tistiβ−lGln−lysisGoσGoκnsityG
qunβtion−lGThκoryGOoqTPG†κsultsUGInorganiclChemistrySG2018SG]bSGX[aaWTX[abW 5.1 15

83 wightTorivκnGpn−ntiosκlκβtivκGzrg−noβ−t−lytiβG˛†Tmκnzyl−tionGoσGpn−lsUGAngewandtelChemieSG2017SG
XYdSGZZ]YTZZ]a 3.6 14

82 tntκrmolκβul−rGlllκnκGqunβtion−liz−tionGαyG‘ilvκrTyitrκnκGn−t−lysisUGJournalloflthelAmericanl
ChemicallSocietySG2020SGX[YSGXZWaYTXZWbX 16.4 14

81 n−t−lytiβGnoppκrTxκηi−tκηG†ingGzpκningG−nηGqunβtion−liz−tionGoσGmκnzox−zolκsUGACSlCatalysisSG
2014SG[SG[YX]T[YYY 13.1 14

80 lGβomput−tion−lGstuηyGonGthκGrolκGoσGβhir−lGyToxiηκsGinGκn−ntiosκlκβtivκG{−usonTvh−nηGrκ−βtionsUG
Chemistryl-lAlEuropeanlJournalSG2011SGXbSGXWW]WTb 4.8 14

79
pn−ntiosκlκβtivκG‘ynthκsisGoσGlminoηiolsGαyG‘κquκnti−lG†hoηiumTn−t−lysκηGzxy−min−tionVvinκtiβG
†κsolutioneGpxp−nηingGthκG‘uαstr−tκG‘βopκGoσGlmiηinκTm−sκηGn−t−lysisUGChemistryl-lAlEuropeanl
JournalSG2018SGY[SG[aZ]T[a[Y

4.8 13

78 zytzxO}xelxzpmlWdPG‘tuηyGonGminηingGpnκrgiκsG−nηGminηingG{rκσκrκnβκGoσGzsSGsnzSG−nηGnsZG
†−ηiβ−lsGonGsκx−gon−lG–−tκrGtβκGOthPUGJournalloflPhysicallChemistrylCSG2017SGXYXSGX]YYZTX]YZY 3.8 13

77 YsTTXG†κl−x−tionG−nηGoκutκriumG}u−ηrupolκGnouplingGnonst−ntsGinGTr−nsitionGxκt−lG˛•YToYG
nomplκxκsUGChemistryl-lAlEuropeanlJournalSG1999SG]SGZZXcTZZY] 4.8 13

76 “nκxpκβtκηGnoκxistκnβκGoσGtsomκriβGqormsG−nηG“nusu−lG‘truβturκsGoσG†uOnzPYwZjUGInorganicl
ChemistrySG1996SGZ]SGb[acTb[ad 5.1 13

75 ThκGnh−llκngκGoσG†κproηuβingGwithGn−lβul−tionsG†−wGpxpκrimκnt−lGvinκtiβGo−t−GσorG−nGzrg−niβG
†κ−βtionUGOrganiclLettersSG2020SGYYSGYcbZTYcbb 6.2 12

74 Thκorκtiβ−lG‘tuηyGoσGthκGpσσκβtGoσGwκwisGlβiηsGonGoihyηrogκnGplimin−tionGσromGyioαoβκnκG
TrihyηriηκsUGChemistryl-lAlEuropeanlJournalSG1999SG]SGXXaaTXXbX 4.8 12

73 nomput−tion−lGoκsβriptionGoσG−GsuisgκnGnyβlo−ηηitionGtnsiηκG−G‘κlσTlssκmαlκηGy−noβ−psulκUG
EuropeanlJournalloflOrganiclChemistrySG2018SGYWXcSGYXWZTYXWd 3.2 11

72 noopκr−tivκG†κηuβtivκGplimin−tioneGThκGxissingG{iκβκGinGthκGzxiη−tivκTnouplingGxκβh−nistiβG
{uzzlκUGAngewandtelChemieSG2016SGXYcSGYcX[TYcXb 3.6 11

71 lG}u−ntit−tivκGxoηκlGσorGllk−nκGyuβlκophiliβityGm−sκηGonGnTsGmonηG‘truβtur−lVTopologiβ−lG
oκsβriptorsUGAngewandtelChemiel-lInternationallEditionSG2020SG]dSGZXXYTZXXa 16.4 11

(2020-2011)

13



70 noppκrTmκηi−tκηGrκηuβtionGoσG−ziηκsGunηκrGsκκminglyGoxiηisingGβonηitionseGβ−t−lytiβG−nηG
βomput−tion−lGstuηiκsUGCatalysislSciencelandlTechnologySG2018SGcSG]baZT]bbZ 5.5 11

69 Thκorκtiβ−lGpv−lu−tionGoσG{hosphinκGpσσκβtsGinGnrossTnouplingG†κ−βtionsUGCatalysislBylMetall
ComplexesSG2011SG]bTc[ 10

68 ”inylG−βκt−tκGsynthκsisGonGhomogκnκousG−nηGhκtκrogκnκousG{ηTα−sκηGβ−t−lystseG−Gthκorκtiβ−lG
−n−lysisGonGthκGrκ−βtionGmκβh−nismsUGJournalloflPhysicallChemistrylASG2009SGXXZSGXXb]cTaY 2.8 10

67 zriginGoσGκn−ntiosκlκβtivityGinG−symmκtriβG{−usonâ��vh−nηGrκ−βtionsGβ−t−lyzκηGαyG
[Omtyl{PnoYOnzPaäjUGJournalloflMolecularlCatalysislASG2010SGZY[SGXYbTXZY 10

66 lGoqTGstuηyGonGthκGrκl−tivκG−σσinityGσorGoxygκnGoσGthκG−lph−G−nηGακt−GsuαunitsGoσGhκmogloαinUG
JournalloflComputationallChemistrySG2006SGYbSGX[[aT]Z 3.5 10

65 oiTp−ll−ηiumGnomplκxκsGwithG“rκ−Tβont−iningGwig−nηsG−sGlnionG†κβκptorsUGSupramolecularl
ChemistrySG2007SGXdSG]ddTaXX 1.8 10

64
‘truβturκG−nηGαonηingGinG−GβyβloαutylGtrisOpyr−zolylPαor−tonioαiumGβomplκxG−nηGthκGv−ri−tionGinG
−gostiβGακh−viourGwithGringGsizκGinGthκGsκriκsGTpOxκYPyαnlOβTnOnPsOYnTXPPOxκn[triplκGαonηänxκPSGnG
hGZTaUGDaltonlTransactionsSG2006SGYZaYTb

4.3 10

63 ThκGηivκrsκGmκβh−nismsGσorGthκGoxiη−tivκG−ηηitionGoσGnTmrGαonηsGtoG{ηO{†PG−nηG{ηO{†PGβomplκxκsUG
DaltonlTransactionsSG2019SG[cSGXaY[YTXaY[c 4.3 10

62 lββκlκr−tκηG†uTnuGTrinuβlκ−rGnoopκr−tivκGnTsGmonηGqunβtion−liz−tionGoσGn−rα−zolκseGlGvinκtiβG−nηG
nomput−tion−lGtnvκstig−tionUGChemistryl-lAlEuropeanlJournalSG2018SGY[SGX]XbcTX]Xc[ 4.8 9

61 lGβomput−tion−lGstuηyGonGthκGintriguingGmκβh−nismsGoσGthκGg−sTph−sκGthκrm−lG−βtiv−tionGoσG
mκth−nκGαyGα−rκG[yiOsPOzsPäRUGPhysicallChemistrylChemicallPhysicsSG2012SGX[SGdZWaTXW 3.6 9

60 ‘ilylSGsyηriηoG‘ilylκnκGorGlltκrn−tivκGmonηingGxoηκseGGThκGx−nyG{ossiαlκG‘truβturκsGoσG
[On]s]PO{sZPtr—äRGO—GhG‘is†YG−nηG‘i†ZfG†GhGsSGnsZSG‘isZSG−nηGnlPUGOrganometallicsSG2006SGY]SG[b[cT[b]] 3.8 9

59 lGThκorκtiβ−lGlssκssmκntGoσGthκGThκrmoηyn−miβG{rκσκrκnβκsGinGthκGnyβlop−ll−η−tionGoσGlminκsUG
EuropeanlJournalloflInorganiclChemistrySG2005SGYWW]SG[W[WT[W[b 2.3 9

58 “nκxpκβtκηlyGl−rgκGα−sisGsκtGκσσκβtsGonGthκGαinηingGoσGzYGtoGhκmκGβomplκxκsUGInternationallJournall
oflQuantumlChemistrySG2001SGc]SGXWWTXWc 2.1 9

57 “nκxpκβtκηGyiβkκlGnomplκxG‘pκβi−tionG“nloβksGlltκrn−tivκG{−thw−ysGσorGthκG†κ−βtionsGoσGllkylG
s−liηκsGwithGηppσTyiβkκlOWPUGACSlCatalysisSG2020SGXWSGXWbXbTXWbY] 13.1 9

56 pxploringGthκG†olκGoσGnoin−gκGxκt−l−tκsGinGTriσluoromκthyl−tioneGlGnomαinκηGpxpκrimκnt−lG−nηG
Thκorκtiβ−lG‘tuηyUGChemistryl-lAlEuropeanlJournalSG2019SGY]SGdZdWTdZd[ 4.8 9

55 nomput−tion−lGnh−r−βtκriz−tionGoσG‘inglκTplκβtronGTr−nsσκrG‘tκpsGinG–−tκrGzxiη−tionUGInorganicsSG
2019SGbSGZY 2.9 8

54 ThκGlβκt−tκG{rotonG‘huttlκGακtwκκnGxutu−llyGTr−nsGwig−nηsUGOrganometallicsSG2018SGZbSGYa[]TYa]X 3.8 8

53 n−t−lytiβGyitrκnκGTr−nsσκrGToGllkynκseGlGyovκlG−nηG”κrs−tilκG†outκGσorGthκG‘ynthκsisGoσG
‘ulσin−miηκsG−nηGtsothi−zolκsUGAngewandtelChemieSG2017SGXYdSGXZWYYTXZWYb 3.6 8
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52 ThκGrolκGoσG−miηκGlig−nηsGinGthκGst−αiliz−tionGoσG{ηOttPGtriβoorηin−tκηGβomplκxκseGisGthκG{ηâ��y†YG
αonηGorηκrGsinglκGorGhighκrjUGTheoreticallChemistrylAccountsSG2009SGXYZSGb]Tc[ 1.9 8

51 lαGinitioGβ−lβul−tionsGprκηiβtG−GvκryGlowGα−rriκrGσorGthκGrot−tionGoσGthκG−xi−lGlig−nηGinGqκO{POtmPUG
ChemicallPhysicslLettersSG2002SGZ]ZSGZbdTZcY 2.5 8

50 lGβomp−r−tivκGstuηyGoσGoqTG−nηGtr−ηition−lG−αGinitioGmκthoηologiκsGonGthκGzsz[GmolκβulκUG
InternationallJournalloflQuantumlChemistrySG2000SGbbSG][[T]]X 2.1 8

49 zrαitingGoσGthκGlithiumG−tomGinGthκG[xκY‘iOy‘ixκZPYäYtnwiGmolκβulκeGthκorκtiβ−lGβonσirm−tionUG
JournalloflthelChemicallSocietylChemicallCommunicationsSG1995SG[[ZT[[[ 8

48 xolκβul−rGhyηrogκnGβomplκxGvsGηihyηriηκGinGxw[GRGsYGsystκmsUGtnσluκnβκGoσGthκGxw[Gσr−gmκntG
gκomκtryUGInorganiclChemistrySG1989SGYcSGYdc[TYdcc 5.1 8

47 lGthκorκtiβ−lGκv−lu−tionGoσGstκriβG−nηGκlκβtroniβGκσσκβtsGonGthκGstruβturκGoσG[zszUGTheoretical
ChimicalActaSG1996SGd[SGab 8

46
ThκG†olκGoσGplκβtronToonorG‘uαstituκntsGinGthκGq−milyGoσGz{mlyTnuG–−tκrGzxiη−tionGn−t−lystseG
pσσκβtGonGthκGoκgr−η−tionG{−thw−ysG−nηGpσσiβiκnβyUGEuropeanlJournalloflInorganiclChemistrySG2019SG
YWXdSGYXWdTYXX[

2.3 7

45 Thκorκtiβ−lG‘tuηyGoσGthκGpσσκβtGoσG−GwκwisGlβiηGonGsyηrogκnGpxβh−ngκGnouplingGinG−GTrihyηriηκG
xκt−lloβκnκeGGThκGnpYyαsZ´•llsZG‘ystκmUGInorganiclChemistrySG1998SGZbSGYZZ[TYZZd 5.1 7

44
lαGinitioGβ−lβul−tionsGonGthκG[†hO{sZPZnläGsystκmUGtnσluκnβκGoσGthκGα−sisGsκtGonGthκGstruβtur−lG−nηG
rκ−βtivityGtrκnηsGoσGtr−nsitionTmκt−lGβomplκxκsUGJournalloflthelChemicallSocietyylFaradayl
TransactionsSG1992SGccSGXXXXTXXXb

7

43 {hotoinηuβκηGzToκpκnηκntG‘tκpwisκGzxiη−tivκGoκglyβin−tionGoσG−GyonhκmκGtronOtttPGnomplκxUG
JournalloflthelAmericanlChemicallSocietySG2018SGX[WSGX[X]WTX[XaW 16.4 7

42 Thκorκtiβ−lGβh−r−βtκris−tionGoσGthκGoriginGoσGsymmκtryGηistortionsGinGTpnunlGβomplκxκsUGInorganicl
ChemistrylCommunicationSG2000SGZSG]dWT]dZ 3.1 6

41 TwoGnoppκrTn−rακnκsGσromGznκGoi−zoGnompounηUGJournalloflthelAmericanlChemicallSocietySG2021SG
X[ZSG[cZbT[c[Z 16.4 6

40 rl†wppveGlηηingG−nGκxtr−Gσl−vorGtoGzytzxUGJournalloflComputationallChemistrySG2019SG[WSGZcXTZca 3.5 6

39 xκ−suringGthκG†κl−tivκG†κ−βtivityGoσGthκGn−rαonâ��syηrogκnGmonηsGoσGllk−nκsG−sGyuβlκophilκsUG
AngewandtelChemieSG2018SGXZWSGX[W[[TX[W[c 3.6 6

38 n−κsiumGσluoriηκTmκηi−tκηGhyηroβ−rαoxyl−tionGoσG−lkκnκsG−nηG−llκnκseGsβopκG−nηGmκβh−nistiβG
insightsUGChemicallScienceSG2019SGXWSGXWWbYTXWWbc 9.4 5

37 pinκGvupσκrTk−t−lysiκrtκGyTqTminηungs−ktiviκrungGσˆ…rGηiκGκinhκitliβhκGintr−molκkul−rκG
nTsTlminiκrungGzuG{yrroliηinκnGunηG{ipκriηinκnUGAngewandtelChemieSG2019SGXZXSGdWW[TdWWd 3.6 5

36 }xVxxGn−lβul−tionsGonG‘κlκβtivityGinGsomogκnκousGn−t−lysisUGStructurelandlBondingSG2015SG]dTbd 0.9 5

35
oir−ηiβ−lGvκrsusGnonβκrtκηGxκβh−nismsGσorGthκGoihyηroxyl−tionGoσG{roto−nκmoninGαyGzsz[G−nηG
zsz[â��ysZGâ��GThκGpσσκβtGoσGthκGm−sκGinGthκG†κ−βtionUGEuropeanlJournalloflOrganiclChemistrySG2003SG
YWWZSGcZZTcZd

3.2 5
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34 †κηκσiningGthκGxκβh−nistiβG‘βκn−rioGoσGn−rαonT‘ulσurGyuβlκophiliβGnouplingGvi−GsighT”−lκntGnpQnoG
‘pκβiκsUGAngewandtelChemiel-lInternationallEditionSG2021SGaWSGXXYXbTXXYYX 16.4 5

33 oqTGβh−r−βtκriz−tionGoσGthκGmκβh−nismGσorG‘t−uηingκrV−z−T–ittigGt−nηκmGorg−noβ−t−lysisUG
TetrahedronSG2019SGb]SGXc]YTXc]d 2.4 4

32 xκβh−nismGoσG{−ll−ηiumTn−t−lyzκηGnrossTnouplingG†κ−βtionsXWdTXZW 4

31 ‘κlσTnonsistκnβyGvκrsusGâ��mκstTqitâ��Glppro−βhκsGinG“nηκrst−nηingGthκG‘truβturκGoσGxκt−lGyitrosylG
nomplκxκsUGOrganometallicsSG2004SGYZSGaWWcTaWX[ 3.8 4

30 Thκorκtiβ−lG−ssκssmκntGonGthκGvi−αilityGoσGpossiαlκGintκrmκηi−tκsGinGthκGrκ−βtionGmκβh−nismGoσG
β−t−l−sκG−nηGpκroxiη−sκGmoηκlsUGComputationallandlTheoreticallChemistrySG2003SGaZYSGZYZTZZZ 4

29 ‘ynthκsisSGmolκβul−rGstruβturκG−nηGβomput−tion−lGstuηyGoσG−GruthκniumGαisOthiκt−nκPGβomplκxUG
InorganicalChimicalActaSG2001SGZXaSGXZTXc 2.7 4

28 nomput−tion−lGxκthoηsGσorGsomogκnκousGn−t−lysisUGCatalysislBylMetallComplexesSG2002SGXTYX 4

27 nomput−tion−lG‘tuηyGoσGsomogκnκousGxultimκt−lliβGnoopκr−tivκGn−t−lysisUGTopicslinlCatalysisSX 2.3 4

26 nomput−tion−lGstuηyGonGthκGmκβh−nismGoσGthκGrκ−βtionGoσGβ−rαonGηioxiηκGwithGsiloxyGsil−nκsUG
TheoreticallChemistrylAccountsSG2017SGXZaSGX 1.9 3

25 xκβh−nistiβG‘tuηyGonGthκGlsymmκtriβG‘ynthκsisGoσGthκG–iκl−nηTxiκsβhκrGvκtonκG−nηGln−logsUG
ChemCatChemSG2019SGXXSG[Wa[T[WbX 5.2 3

24 pn−ntiosκlκβtivκG‘ynthκsisGoσGZTsκtκrosuαstitutκηTYT−minoTXTolsGαyG‘κquκnti−lGxκt−lTqrκκGoiκnκG
lziriηin−tionVvinκtiβG†κsolutionUGChemistryl-lAlEuropeanlJournalSG2019SGY]SGXYaYcTXYaZ] 4.8 3

23 m−sisGsκtGinσluκnβκGonGthκG−αGinitioGηκsβriptionGoσGthκGηihyηrogκnGβomplκxG[zsO{sZPYnlOnzPsOsYPäXUG
ComputationallandlTheoreticallChemistrySG1996SGZbXSG]dTac 3

22 ThκGpσσκβtGoσGlηηκηGwig−nηsGonGthκG†κ−βtionsGoσG[yiOnzoPOηppσPäGwithGllkylGs−liηκseGs−liηκG
lαstr−βtionGx−yGmκG†κvκrsiαlκUGOrganometallicsSG2021SG[WSGXddbTYWWb 3.8 3

21 “nηκrst−nηingGm−llGxillingGxκβh−noβhκmiβ−lG{roβκssκsGwithGoqTGn−lβul−tionsG−nηGxiβrokinκtiβG
xoηκlingUGChemSusChemSG2021SGX[SGYbaZTYbac 8.3 3

20 qourGzxiη−tionG‘t−tκsGinG−G‘inglκG{hotorκηoxGyiβkκlTm−sκηGn−t−lytiβGnyβlκeGlGnomput−tion−lG‘tuηyUG
AngewandtelChemieSG2019SGXZXSGZdZcTZd[Y 3.6 2

19 lG}u−ntit−tivκGxoηκlGσorGllk−nκGyuβlκophiliβityGm−sκηGonGnâ��sGmonηG‘truβtur−lVTopologiβ−lG
oκsβriptorsUGAngewandtelChemieSG2020SGXZYSGZXZaTZX[W 3.6 2

18 {hotosynthκsisGoσG−Goihyηroimiη−zopyriηinκGnhκl−tκG‘hinκsGwightGonGthκG†κ−βtionsGoσG−G
{hoto−βtiv−tκηGtronOtttPGnomplκxGwithGzUGInorganiclChemistrySG2020SG]dSGXaYcXTXaYdW 5.1 2

17 lGn−rκκrGinGn−t−lysiseGzηilκGpisκnstκinUGACSlCatalysisSG2019SGdSGXWZb]TXWZcc 13.1 1
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16 somogκnκousGnomput−tion−lGn−t−lysiseGThκGxκβh−nismGσorGnrossTnouplingG−nηGzthκrGnTnGmonηG
qorm−tionG{roβκssκsUGNATOlSciencelforlPeacelandlSecuritylSerieslB:lPhysicslandlBiophysicsSG2012SGXc]TYWa0.2 1

15
wκwisT‘ˆ⁄urκnGακgˆ…nstigκnGηiκG“mw−nηlungGκinκsGxκt−lloβκntrihyηriηsGinGκinκnG
oiw−ssκrstoσσkomplκxGunηGηiκGsYTqrκisκtzungG−usGihmeGη−sG‘ystκmG[npYyαsZäGRGmsZUGAngewandtel
ChemieSG1997SGXWdSGY]dTYaX

3.6 1

14 †hoηiumGoiphosphinκGsyηroσormyl−tionUGCatalysislBylMetallComplexesSG2002SGXaXTXcb 1

13 –hyGηoκsG{pTmutTβ−lix[[äTOzxκPYOzPY§rnlY}GηistortG−w−yGσromGnYvGsymmκtryjUGChemicallPhysicsl
LettersSG1999SGZX]SGX[]TX[d 2.5 1

12 lnGpxp−nηκηG‘pTGxoηκlGlssoβi−tκηGwithGthκGqunβtion−lGsinηr−nβκGoomin−tκsGthκGlmiηκToirκβtκηG
oist−lGspGnTsGqunβtion−liz−tionUGJournalloflthelAmericanlChemicallSocietySG2021SGX[ZSGXd[WaTXd[Xa 16.4 1

11 nomput−tion−lGinsightsGintoGmκt−lTβ−t−lyzκηG−symmκtriβGhyηrogκn−tionUGAdvanceslinlCatalysisSG2021
SGacSGZc]T[Ya 2.4 1

10 xκβh−nistiβG‘tuηiκsGonGthκG‘ynthκsisGoσG{yrroliηinκsG−nηG{ipκriηinκsGvi−GnoppκrTn−t−lyzκηG
tntr−molκβul−rGnTsGlmin−tionUUGOrganometallicsSG2022SG[XSGXWddTXXW] 3.8 1

9 nomput−tion−lG‘tuηiκsGonGlsymmκtriβG†κ−βtionsGwithG‘ulσurG†κ−gκntsZddT[Xa 0

8 lGβomput−tion−lGstuηyGonGthκG−ββκlκr−tionGoσGthκG{rinsGrκ−βtionGαyGinηiumGtriβhloriηκUGComptesl
RenduslChimieSG2004SGbSGcc]TcdZ 2.7 0

7 †κηκσiningGthκGxκβh−nistiβG‘βκn−rioGoσGn−rαonâ��‘ulσurGyuβlκophiliβGnouplingGvi−GsighT”−lκntG
npQnot”G‘pκβiκsUGAngewandtelChemieSG2021SGXZZSGXXZXbTXXZYX 3.6 0

6 {hotolytiβGlβtiv−tionGoσGw−tκTTr−nsitionTxκt−lâ��n−rαonGmonηsG−nηGThκirG†κ−βtivityGtow−rηGzxygκnUG
OrganometallicsSG2021SG[WSG[WbbT[WdX 3.8 0

5 }u−ntumGmκβh−niβ−lGphκnomκn−GinGηihyηrogκnG−nηGpolyhyηriηκGtr−nsitionGmκt−lGsystκmsG2001SG[XdT[aX

4 xolκβul−rGsyηrogκnG−sG−Gwig−nηGinGTr−nsitionGxκt−lGnomplκxκsG1991SGZb]TZda

3 nomput−tion−lGxoηκlingGoσG‘κlκβtκηG{hoto−βtiv−tκηG{roβκssκsUGTopicslinlOrganometalliclChemistrySG
2020SGXZXTX]Y 0.6

2 znGthκG“sκGoσGThκrmoηyn−miβGnyβlκsGσorGthκGn−lβul−tionGoσG‘t−nη−rηG{otκnti−lsGσorGthκGzxiη−tionG
oσG‘oliηGxκt−lsGinG‘olutionUGChemPhysChemSG2019SGYWSGX]dTXaY 3.2

1 TitκlαilηeGxκ−suringGthκG†κl−tivκG†κ−βtivityGoσGthκGn−rαonâ��syηrogκnGmonηsGoσGllk−nκsG−sG
yuβlκophilκsGOlngκwUGnhκmUG[YVYWXcPUGAngewandtelChemieSG2018SGXZWSGXZcc]TXZcc] 3.6
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