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242 wηyHmηβhanistiβHμηaturηsHoμHziUβatalyzηγHoUtWoU{HαiarylHβouplinπHoμHazolηsHanγHnaphthalηnUZUylH
pivalatηsVHJournaliofitheiAmericaniChemicaliSocietyTH2014THY[bTHY]d[]U]] 16.4 147
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oomplηxηsHoμH}allaγiumHanγH}latinumVHOrganometallicsTH2005THZ]THcYaUcZ[ 3.8 146
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mηtalloηnzymηsVH{zu{yHstuγyHoμHmηthanηHmonooxyπηnasηHanγHriαonuβlηotiγηHrηγuβtasηVHJournali
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2.3 90
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βomputationalHanγHηxpηrimηntalHstuγiηsHonHthηHημμηβtHoμHwatηrVHJournaliofitheiAmericaniChemicali
SocietyTH2005THYZcTHba]dUe

16.4 88
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primaryHoUtHαonγsVHNatureiChemistryTH2018THYXTHYX]dUYXaa 17.6 86

210 pioxyπηnHanγHwatηrHaβtivationHproβηssηsHonHmultiURuUsuαstitutηγHpolyoxomηtalatηsfHβomparisonH
withHthηHJαluηUγimηrJHwatηrHoxiγationHβatalystVHJournaliofitheiAmericaniChemicaliSocietyTH2009THY[YTHbd]]Ua]16.4 86

209 oatalytiβHaγaptivηHrηβoπnitionHoμHthiolHPStQHanγHsηlηnolHPSηtQHπroupsHtowarγHsynthηsisHoμH
μunβtionalizηγHvinylHmonomηrsVHJournaliofitheiAmericaniChemicaliSocietyTH2012THY[]THbb[cU]e 16.4 84

208 –isiαlηUliπhtUγrivηnHhyγroπηnHηvolutionHμromHwatηrHusinπHaHnoαlηUmηtalUμrηηHpolyoxomηtalatηH
βatalystVHJournaliofiCatalysisTH2013TH[XcTH]dUa] 7.3 83

207 nroaγUSpηβtrumHxiquiγUHanγHsasU}hasηHpηβontaminationHoμHohηmiβalH arμarηHmπηntsHαyH
{nηUpimηnsionalHtηtηropolynioαatηsVHAngewandteiChemiei-iInternationaliEditionTH2016THaaTHc]X[Uc 16.4 82
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206 RhZPuuTuuuQHoatalystsHwithHohηlatinπHoarαoxylatηHanγHoarαoxamiγatηHSupportsfHqlηβtroniβHStruβturηH
anγHzitrηnηH“ransμηrHRηaβtivityVHJournaliofitheiAmericaniChemicaliSocietyTH2016THY[dTHZ[ZcU]Y 16.4 82

205 pηnsityHrunβtionalHStuγyHonHtiπhlyH{rthoUSηlηβtivηHmγγitionHoμHanHmromatiβHotHnonγHtoH{lημinsH
oatalyzηγHαyHaHRuPtQZPo{QP}R[Q[HoomplηxVHOrganometallicsTH2000THYeTHZ[YdUZ[Ze 3.8 80

204 oomputationalHstuγyHoμHthηHaminolysisHoμHηstηrsVH“hηHrηaβtionHoμHmηthylμormatηHwithHammoniaVH
JournaliofiOrganiciChemistryTH2003THbdTHY]ebUaXZ 4.2 78

203
“hηorηtiβalHStuγiηsHoμHthηHraβtorsHoontrollinπHunsηrtionHnarriηrsHμorH{lημinH}olymηrizationHαyHthηH
“itaniumUohηlatinπHnriγπηγHoatalystsVHmHSηarβhHμorHyorηHmβtivηHzηwHoatalystsVHOrganometallicsTH
1999THYdTH[c[U[ce

3.8 78

202 RηvisitinπHthηHpolyoxomηtalatηUαasηγHlatηUtransitionUmηtalUoxoHβomplηxηsfHthηHJoxoHwallJHstanγsVH
InorganiciChemistryTH2012THaYTHcXZaU[Y 5.1 77

201 ”nusualH[Y}HohηmiβalHShiηlγinπH“ηnsorsHinH“ηrminalH}hosphiγoHoomplηxηsHoontaininπHaH
}hosphorusâ��yηtalH“riplηHnonγVHJournaliofitheiAmericaniChemicaliSocietyTH1996THYYdTHYXba]UYXbaa 16.4 76

200 mHpallaγiumUoxoHβomplηxVHStaαilizationHoμHthisHproposηγHβatalytiβHintηrmηγiatηHαyHanHηnβapsulatinπH
polytunπstatηHliπanγVHJournaliofitheiAmericaniChemicaliSocietyTH2005THYZcTHYYe]dUe 16.4 75

199 SynthηsisHanγHβharaβtηrizationHoμHaHmηtalUtoUpolyoxomηtalatηHβharπηHtransμηrHmolηβularH
βhromophorηVHJournaliofitheiAmericaniChemicaliSocietyTH2011THY[[THZXY[]Uc 16.4 74

198 ”nγηrstanγinπHthηHrηaβtivityHoμH}γPXQW}R[UβatalyzηγHintηrmolηβularHoPspP[QQUtHαonγHarylationVH
JournaliofitheiAmericaniChemicaliSocietyTH2013THY[aTHY]ZXbUY] 16.4 71

197
xonπHlivηγHβharπηHsηparationHinHiriγiumPuuuQUphotosηnsitizηγHpolyoxomηtalatηsfHsynthηsisTH
photophysiβalHanγHβomputationalHstuγiηsHoμHorπanomηtalliβâ��rηγoxHtunaαlηHoxiγηHassηmαliηsVH
ChemicaliScienceTH2013TH]THYc[c

9.4 68

196 oomputationalHinsiπhtsHintoHthηHmηβhanismHoμHraγiβalHπηnηrationHinHnYZUγηpηnγηntH
mηthylmalonylUoomHmutasηVHJournaliofitheiAmericaniChemicaliSocietyTH2006THYZdTHYZdcUeZ 16.4 68

195 “ηrminalHπolγUoxoHβomplηxηsVHJournaliofitheiAmericaniChemicaliSocietyTH2007THYZeTHYYYYdU[[ 16.4 66

194
pηnsityHrunβtionalHStuγyHonHthηHyηβhanismHoμH}allaγiumPXQUoatalyzηγH“hioαorationHRηaβtionHoμH
mlkynηsVHpiμμηrηnβηsHαηtwηηnH}γPXQHanγH}tPXQHoatalystsHanγHαηtwηηnH“hioαorationHanγHpiαorationVH
OrganometallicsTH1998THYcTHY[d[UY[eZ

3.8 66

193 raβtorsHumpaβtinπHthηHyηβhanismHoμHthηHyonoUzU}rotηβtηγHmminoHmβiγHxiπanγUmssistηγHanγH
pirηβtinπUsroupUyηγiatηγHoâ��tHmβtivationHoatalyzηγHαyH}γPuuQHoomplηxVHACSiCatalysisTH2015THaTHd[XUd]X 13.1 61

192 pηsymmηtrizationHoμHβyβlohηxanηsHαyHsitηUHanγHstηrηosηlηβtivηHoUtHμunβtionalizationVHNatureTH2018TH
ab]TH[eaU[ee 50.4 61

191 oomputationalHstuγiηsHoμHrηaβtionHmηβhanismsHoμHmηthanηHmonooxyπηnasηHanγHriαonuβlηotiγηH
rηγuβtasηVHJournaliofiComputationaliChemistryTH2002THZ[THaeUcb 3.5 60

190  atηrHsplittinπHwithHpolyoxomηtalatηUtrηatηγHphotoanoγηsfHηnhanβinπHpηrμormanβηHthrouπhH
sηnsitizηrHγηsiπnVHChemicaliScienceTH2015THbTHaa[YUaa][ 9.4 58

189 yolηβularH{rαitalHStuγyHoμHtZanγHot]mβtivationHonHSmallHyηtalHolustηrsVHZVH}γ[anγH}t[VHJournaliofi
PhysicaliChemistryiATH1998THYXZTHb[c[Ub[d] 2.8 58
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188
oomputationalHmoγηlinπHoμHγiUtransitionUmηtalUsuαstitutηγHπammaUkηππinHpolyoxomηtalatηH
anionsVHStruβturalHrημinηmηntHoμHthηHprotonatηγHγivaβantHlaβunaryHsiliβoγηβatunπstatηVHInorganici
ChemistryTH2004TH][THccXZUd

5.1 56

187 mαHinitioHmolηβularHorαitalHstuγyHoμHthηHmolηβularHanγHηlηβtroniβHstruβturηHoμHrηotSZHanγHoμHthηH
rηaβtionHmηβhanismHoμHrηotSZStZVHJournaliofiChemicaliPhysicsTH1994THYXYTHYXbecUYXcXc 3.9 56

186 mαHinitioHstuγyHoμHthηHmolηβularHanγHηlηβtroniβHstruβturηHoμHoootZSHanγHoμHthηHrηaβtionHmηβhanismH
oμHmηthylηnηβoαaltPYSQHSHhyγroπηnVHTheiJournaliofiPhysicaliChemistryTH1993THecTHYY][aUYY]]] 55

185
mαHinitioHmolηβularHorαitalHstuγyHoμHthηHηlηβtroniβHanγHπηomηtriβHstruβturηHoμH
mηthylηnηrhoγiumPYSQHanγHthηHrηaβtionHmηβhanismfHRhotZSHSHtZHVμwγarwVHRhSHSHot]VHTheiJournali
ofiPhysicaliChemistryTH1993THecTH]Xb]U]Xca

52

184 oâ��tHaβtivationVHNatureiReviewsiMethodsiPrimersTH2021THYTH 52

183 rlηxiαlηHRηaβtionH}oβkηtHonHnulkyHpiphosphinηâ��urHoomplηxHoontrolsHRηπiosηlηβtivityHinH
paraUSηlηβtivηHoâ��tHnorylationHoμHmrηnηsVHACSiCatalysisTH2016THbTHca[bUca]b 13.1 52

182 oomputationalHstuγiηsHoμHtunπstηnUβatalyzηγHηnγoUsηlηβtivηHβyβloisomηrizationHoμH]UpηntynUYUolVH
JournaliofitheiAmericaniChemicaliSocietyTH2002THYZ]TH]Y]eUac 16.4 51

181
yolηβularH{rαitalHStuγyHoμHthηHRηaβtionHyηβhanismHoμHSβSHwithHyηthanηVHoomparisonHoμHthηH
RηaβtivityHoμHqarlyHanγHxatηHrirstURowH“ransitionHyηtalHoationsHanγH“hηirHoarαηnηHoomplηxηsVHThei
JournaliofiPhysicaliChemistryTH1996THYXXTHYYbXXUYYbXe

50

180 “hηorηtiβalHstuγiηsHoμHthηHmηβhanismHoμHηthylηnηHpolymηrizationHrηaβtionHβatalyzηγHαyH
γiiminηUyPuuQHPyHiHziTH}γHanγH}tQHanγH“iUHanγH·rUβhηlatinπHalkoxiγηsVHTopicsiiniCatalysisTH1999THcTHYXcUYZ[ 2.3 50

179 yηβhanistiβHpηtailsHoμH}γPuuQUoatalyzηγHoUtHuoγinationHwithHyolηβularHuZfH{xiγativηHmγγitionHvsH
qlηβtrophiliβHolηavaπηVHJournaliofitheiAmericaniChemicaliSocietyTH2015THY[cTHeXZZU[Y 16.4 49

178 unsiπhtsHintoHthηHmηβhanismHoμHsηlηβtivηHolημinHηpoxiγationHβatalyzηγHαyH
[πammaUPSi{]Q YX{[Zt]₂]UVHmHβomputationalHstuγyVHInorganiciChemistryTH2006TH]aTHacX[Ue 5.1 49

177 “ηtraβoαaltUpolyoxomηtalatηHβatalystsHμorHwatηrHoxiγationfHwηyHmηβhanistiβHγηtailsVHJournaliofi
CatalysisTH2017TH[aXTHabUb[ 7.3 47

176 raβtorsHoontrollinπHStaαilityHanγHRηaβtivityHoμHpimηriβH}γPuuQHoomplηxηsHinHoâ��tHrunβtionalizationH
oatalysisVHACSiCatalysisTH2016THbTHdZeUd[e 13.1 47

175 unsiπhtsHintoHphotoinγuβηγHηlηβtronHtransμηrHαηtwηηnH[RuPαpyQP[Q₂PZSQHanγH[SPZQ{PdQ₂PZUQHinHwatηrfH
βomputationalHanγHηxpηrimηntalHstuγiηsVHJournaliofiPhysicaliChemistryiATH2010THYY]THc[UdX 2.8 47

174 “hηorηtiβalHStuγiηsHoμH{xiγativηHmγγitionHoμHqâ��qHnonγsHPqHiHSTHSηTH“ηQHtoH}allaγiumPXQHanγH
}latinumPXQHoomplηxηsVHOrganometallicsTH2005THZ]TH]eXdU]eY] 3.8 47

173 mγsorptionHoμHyultiplηHtZHyolηβulηsHonH}γ[HanγH}γ]HolustηrsVHmHpηnsityHrunβtionalHStuγyVHJournali
ofiPhysicaliChemistryiATH2000THYX]THYYbXbUYYbY] 2.8 47

172 SynthηsisTHstruβturηsTHanγHphotoβhηmistryHoμHtriβarαonylHmηtalHpolyoxoanionHβomplηxηsTH
[XZ ZX{cX{yPo{Q[}Z₂YZâ��HPXHiHSαTHniHanγHyHiHRηTHynQVHInorganiciChemistryTH2013THaZTHbcYUd 5.1 46

171 oalβulationHoμHzuβlηarH†uaγrupolηH}aramηtηrsHinHumiγazolηHpηrivativηsHanγHqxtrapolationHtoH
ooηnzymηHnYZVHmH“hηorηtiβalHStuγyVHJournaliofiPhysicaliChemistryiBTH1999THYX[THdbYdUdbZc 3.4 45
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170 ouUoatalyzηγHaromatiβHoUtHimiγationHwithHUμluoroαηnzηnηsulμonimiγηfHmηβhanistiβHγηtailsHanγH
prηγiβtivηHmoγηlsVHChemicaliScienceTH2017THdTHeddUYXXY 9.4 44

169 “hηHrlηxiαilityHoμHoarαoxylatηHxiπanγsHinHyηthanηHyonooxyπηnasηHanγHRiαonuβlηotiγηHRηγuβtasηfHH
mHpηnsityHrunβtionalHStuγyVHJournaliofiPhysicaliChemistryiBTH2001THYXaTH[ZZU[Zc 3.4 44

168 uriγiumPuuuQUαisPoxazolinylQphηnylHβatalystsHμorHηnantiosηlηβtivηHoâ��tHμunβtionalizationVHChemicali
ScienceTH2013TH]THZaeX 9.4 43

167 “hηorηtiβalHstuγiηsHoμHαioloπiβalHnitroπηnHμixationVHuVHpηnsityHμunβtionalHmoγηlinπHoμHthηHyoUsitηHoμH
thηHrηyoUβoμaβtorVHInorganiciChemistryTH2001TH]XTHcbbUca 5.1 43

166 oatalystUoontrollηγHSηlηβtivηHrunβtionalizationHoμH”naβtivatηγHoUtHnonγsHinHthηH}rηsηnβηHoμH
qlηβtroniβallyHmβtivatηγHoUtHnonγsVHJournaliofitheiAmericaniChemicaliSocietyTH2018THY]XTHYZZ]cUYZZaa 16.4 43

165 RηalHsizηHoμHliπanγsTHrηaβtantsHanγHβatalystsfHStuγiηsHoμHstruβturηTHrηaβtivityHanγHsηlηβtivityHαyH
{zu{yHanγHothηrHhyαriγHβomputationalHapproaβhηskVHJournaliofiMoleculariCatalysisiATH2010TH[Z]THYX]UYYe 41

164
“hηHrolηHoμHthηHβηntralHatomHinHstruβturηHanγHrηaβtivityHoμHpolyoxomηtalatηsHwithHaγjaβηntH
γUηlηβtronHmηtalHsitηsVHβomputationalHanγHηxpηrimηntalHstuγiηsHoμH
πammaU[PXnS{]QRuuuuZP{tQZPyryQYX{[Z₂PdUnQUQHμorHyryHiHyoHanγH THanγHXHiHmluuuTHSiu–TH}–THanγH
S–uVHJournaliofiPhysicaliChemistryiBTH2006THYYXTHYcXU[

3.4 41

163 qlηβtroniβHstatηsHoμHthηHtriplyHβharπηγHmolηβularHionHzZ[SHanγHlasηrUinγuβηγHooulomαHηxplosionVH
PhysicaliReviewiATH1999THaeTH][XeU][Ya 2.6 41

162 SitηUSηlηβtivηHoarαηnηUunγuβηγHoâ��tHrunβtionalizationHoatalyzηγHαyHpirhoγiumH
“ηtrakisPtriarylβyβlopropanηβarαoxylatηQHoomplηxηsVHACSiCatalysisTH2018THdTHbcdUbdZ 13.1 40

161
“hηorηtiβalHStuγiηsHonHthηHyηβhanismHoμHthηHyηthanηHUjHyηthanolHoonvηrsionHRηaβtionHoatalyzηγH
αyHyηthanηHyonooxyπηnasηf´ H{USiγηHvsHzUSiγηHyηβhanismsVHJournaliofiPhysicaliChemistryiATH2001TH
YXaTH[bYaU[bZZ

2.8 40

160 mllUinorπaniβHnηtworksHanγHtηtramηrHαasηγHonHtinPuuQUβontaininπHpolyoxomηtalatηsfHtuninπHstruβturalH
anγHspηβtralHpropηrtiηsHwithHlonηUpairsVHJournaliofitheiAmericaniChemicaliSocietyTH2014THY[bTHYZXdaUeY 16.4 39

159
oomputationalHstuγiηsHoμHthηHπηomηtryHanγHηlηβtroniβHstruβturηHoμHanHallUinorπaniβHanγH
homoπηnηousHtηtraURuUpolyoxotunπstatηHβatalystHμorHwatηrHoxiγationHanγHitsHμourHsuαsηquηntH
onηUηlηβtronHoxiγizηγHμormsVHJournaliofiPhysicaliChemistryiATH2010THYY]THa[aU]Z

2.8 39

158 mHRolηHμorH}γPu–QHinHoatalytiβHqnantiosηlηβtivηHoUtHrunβtionalizationHwithHyonoprotηβtηγHmminoH
mβiγHxiπanγsHunγηrHyilγHoonγitionsVHJournaliofitheiAmericaniChemicaliSocietyTH2017THY[eTHeZ[dUeZ]a 16.4 38

157
StruβturηTHstaαilityTHanγHηlηβtroniβHanγHzyRHpropηrtiηsHoμHvariousHoxoUHanγHnitriγoUγηrivativηsHoμH
[xPSalηnQynPuuuQ₂STHwhηrηHxHiHnonηHanγHimiγazolηVHmHγηnsityHμunβtionalHstuγyVHInorganiciChemistryTH
2003TH]ZTHZbXbUZY

5.1 38

156 poηsHRηaβtionHoμH“hrηηUooorγinatηHyolyαγηnumPuuuQHwithHzZ{H}roβηηγHviaHthηHSamηHyηβhanismHasH
withHzZkHmH“hηorηtiβalHStuγyVHOrganometallicsTH1999THYdTHaba[UabbX 3.8 38

155 SpηβtrosβopiβHStuγiηsHoμHxiπhtUγrivηnH atηrH{xiγationHoatalyzηγHαyH}olyoxomηtalatηsVHIndustriali
ramp;iEngineeringiChemistryiResearchTH2012THaYTHYYdaXUYYdae 3.9 36

154 }olyoxomηtalatηsHinHthηHpηsiπnHoμHqμμηβtivηHanγH“unaαlηH atηrH{xiγationHoatalystsVHIsraeliJournali
ofiChemistryTH2011THaYTHZ[dUZ]b 3.4 36

153 unsiπhtsHintoHthηHstruβturηHanγHrηaβtivityHoμHaβylpηroxoHβomplηxηsHinHthηHwoβhiUvaβoαsηnUwatsukiH
βatalytiβHsystηmVHmHγηnsityHμunβtionalHstuγyVHJournaliofitheiAmericaniChemicaliSocietyTH2003THYZaTHY[dceUde16.4 36

(2003-2017)
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152 usHthηHprotηinHsurrounγinπHthηHaβtivηHsitηHβritiβalHμorHhyγroπηnHpηroxiγηHrηγuβtionHαyHsηlηnoprotηinH
πlutathionηHpηroxiγasηkHmnH{zu{yHstuγyVHJournaliofiPhysicaliChemistryiBTH2006THYYXTHY[bXdUY[ 3.4 35

151
qpoxiγationHoμHunμunβtionalizηγHolημinsHαyHynPsalηnQHβatalystHusinπHorπaniβHpηraβiγsHasHoxyπηnH
sourβηfHaHthηorηtiβalHstuγyVHProceedingsiofitheiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofi
AmericaTH2004THYXYTHac][Ud

11.5 35

150
 hyHpoηsHthηHRηaβtionHoμHthηHpihyγroπηnHyolηβulηHwithH[}ZzZ₂·rP˛…U˛•ZUzZQ·r[}ZzZ₂H}roγuβηH
[}ZzZ₂·rP˛…U˛•ZUzZtQ·r[}ZzZ₂P˛…UtQHαutHzotHthηH“hηrmoγynamiβallyHyorηHravoraαlηH
[}ZzZ₂·rP˛…UztQZ·r[}ZzZ₂kHmH“hηorηtiβalHStuγyVHJournaliofitheiAmericaniChemicaliSocietyTH1999TH
YZYTHaca]UacbY

16.4 35

149 ouUαasηγH}olyoxomηtalatηHoatalystHμorHqμμiβiηntHoatalytiβHtyγroπηnHqvolutionVHInorganiciChemistryTH
2016THaaTHbcaXUd 5.1 34

148
“hηorηtiβalHstuγyHoμHthηHmηβhanismHoμHalkanηHhyγroxylationHanγHηthylηnηHηpoxiγationHrηaβtionsH
βatalyzηγHαyHγiironHαisUoxoHβomplηxηsVH“hηHημμηβtHoμHsuαstratηHmolηβulηsVHJournaliofitheiAmericani
ChemicaliSocietyTH2002THYZ]TH]Y[aU]d

16.4 34

147
pηnsityHrunβtionalHStuγyHoμHqthylηnηH}olymηrizationHoatalyzηγHαyHaH·irβoniumH
zonUoyβlopηntaγiηnylHoomplηxTHxZ·rot[SVHqμμηβtsHoμHxiπanγsHanγHnulkyHSuαstituηntsVH
OrganometallicsTH2001THZXTH[XeU[Z[

3.8 34

146 mnHaαHinitioHmolηβularHorαitalHstuγyHoμHthηHunimolηβularHγissoβiationHrηaβtionsHoμHγiUHanγH
triβhloroηthylηnηVHJournaliofiChemicaliPhysicsTH1994THYXYTHae]ZUaeab 3.9 34

145 mαHunitioHyolηβularH{rαitalHStuγyHoμHqlηβtroniβHanγHsηomηtriβalHStruβturηsHoμHyotZSHoomplηxHanγH
itsHRηaβtivityHwithHtZTH hηrηHyHiHooTHRhTHanγHurVHIsraeliJournaliofiChemistryTH1993TH[[TH[XcU[Yb 3.4 33

144
poηsHγinitroπηnHhyγroπηnationHμollowHγiμμηrηntHmηβhanismsHμorH
[PηtaaUoayη]tQZ·r₂ZPmuZTηtaZTηtaZUzZQHanγH
{[}h}PotZSiyηZzSiyηZotZQ}}h₂·r}ZPmuZTηtaZTηtaZUzZQHβomplηxηskHmHβomputationalHstuγyVH
JournaliofitheiAmericaniChemicaliSocietyTH2006THYZdTHYY[eYU]X[

16.4 32

143 SynthηsisTHstruβturηTHanγHβharaβtηrizationHoμHtwoHpolyoxomηtalatηâ��photosηnsitizηrHhyαriγH
matηrialsVHInorganicaiChimicaiActaTH2010TH[b[TH][dYU][db 2.7 31

142 piminishinπHˇ�UStaαilizationHoμHanH”nsaturatηγHyηtalHoηntηrfHHtyγroπηnHnonγinπHtoH
{stolPo{QP}tnuZyηQZVHJournaliofitheiAmericaniChemicaliSocietyTH1998THYZXTHYZaa[UYZab[ 16.4 31

141 “hηHmηβhanismHoμHγirηβtηγHziPiiQUβatalyzηγHoUtHioγinationHwithHmolηβularHioγinηVHChemicaliScienceTH
2018THeTHYY]]UYYa] 9.4 31

140 yonoUUprotηβtηγHaminoHaβiγHliπanγsHstaαilizηHγimηriβHpallaγiumPiiQHβomplηxηsHoμHimportanβηHtoHoUtH
μunβtionalizationVHChemicaliScienceTH2017THdTHac]bUacab 9.4 30

139 –iβinalHγinitriγoruthηniumUsuαstitutηγHpolyoxomηtalatηsHπammaU[X YX{[d{Ruz}Z₂bUHPXHiHSiHorH
sηQVHChemistryi-iAiEuropeaniJournalTH2009THYaTHYXZ[[U][ 4.8 30

138 {nHthηHyηβhanismHoμH}γPXQUoatalyzηγTHouPuQHoarαoxylatηUyηγiatηγH“hioorπaniβUnoroniβHmβiγH
pηsulμitativηHoouplinπVHmHzonUinnoβηntHRolηHμorHoarαoxylatηHxiπanγVHOrganometallicsTH2009THZdTH]b[eU]b]Z3.8 30

137 oanHStηriβHqμμηβtsHunγuβηHthηHyηβhanismHSwitβhHinHthηHRhoγiumUoatalyzηγHuminηHnorationH
RηaβtionkHmHpηnsityHrunβtionalHanγH{zu{yHStuγyVHOrganometallicsTH2005THZ]THYe[dUYe]b 3.8 30

136 mβtivationHanγHmγsorptionHoμHyultiplηHtZHyolηβulηsHonHaH}γaHolustηrfHHmHpηnsityHrunβtionalHStuγyVH
JournaliofiPhysicaliChemistryiATH2003THYXcTH]eZeU]e[e 2.8 30

135 qnhanβinπHphotoUrηγuβtionHquantumHημμiβiηnβyHusinπHquasiUtypηHuuHβorηWshηllHquantumHγotsVH
ChemicaliScienceTH2016THcTH]YZaU]Y[[ 9.4 29
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134 qxtηnγinπHmηtalUtoUpolyoxomηtalatηHβharπηHtransμηrHliμηtimηsfHthηHημμηβtHoμHhηtηromηtalHloβationVH
Chemistryi-iAiEuropeaniJournalTH2014THZXTH]ZecU[Xc 4.8 29

133 “hηorηtiβalHstuγiηsHoμHthηHβomplηxH[Pn}yqzQrηPuuQPzoot[QZ₂PZSQTHprηβursorHoμHnonUhηmηHironH
βatalystsHμorHolημinHηpoxiγationHanγHβisUγihyγroxylationVHInorganiciChemistryTH2003TH]ZTHd]]eUaa 5.1 29

132 oanHthηHninuβlηarHpinitroπηnHoomplηxH[}ZzZ₂·rP˛…U˛•ZUzZQ·r[}ZzZ₂HmβtivatηHyorηH“hanH{nηH
tyγroπηnHyolηβulηkHmH“hηorηtiβalHStuγyVHOrganometallicsTH2000THYeTH[[e[U[]X[ 3.8 29

131
StruβturηHanγHnonγinπHqnηrπyHmnalysisHoμHooαaltTHRhoγiumTHanγHuriγiumHnorylηnηHoomplηxηsH
[P˛•aUoataQPo{QyPnzXZ₂HPXHiHyηTHSit[THSiyη[QHanγH[P˛•aUoataQP}yη[Qy{nzPSit[QZ}₂HPyHiHooTHRhTHurQVH
OrganometallicsTH2010THZeTHY]ZUY]d

3.8 28

130 yηβhanismHoμHthηHγivanaγiumUsuαstitutηγHpolyoxotunπstatηH[πammaUYTZUtZSi–Z YX{]X₂]UH
βatalyzηγHolημinHηpoxiγationHαyHtZ{ZfHaHβomputationalHstuγyVHInorganiciChemistryTH2009TH]dTHYdcYUd 5.1 28

129 oomputationalHStuγiηsHoμHthηHqnηrπηtiβsHanγHRηaβtionH}athwaysHoμHyolηβularH“ransμormationsHoμH
nηnzohηtηroβyβlηsHonH“riosmiumHolustηrsVHOrganometallicsTH2005THZ]THaec[UaedZ 3.8 28

128 poηsHthηHmβtivηHSitηHoμHyammalianHslutathionηH}ηroxiγasηHPs}xQHoontainH atηrHyolηβulηskHmnH
{zu{yHStuγyVHJournaliofiPhysicaliChemistryiBTH2004THYXdTHYZb][UYZb]a 3.4 28

127 RhoγiumUStaαilizηγHpiarylβarαηnηsHnηhavinπHasHponorWmββηptorHoarαηnηsVHACSiCatalysisTH2020THYXTHbZ]XUbZ]c13.1 27

126 ”nγηrstanγinπHRηπioγivηrπηnβηHinHaH}γPuuQUyηγiatηγHSitηUSηlηβtivηHoâ��tHmlkynylationVHACSiCatalysisTH
2018THdTH]aYbU]aZc 13.1 27

125
unsiπhtsHintoHphotoinγuβηγHηlηβtronHtransμηrHαηtwηηnH[RuPmptpyQZ₂]SHPmptpyHiH
]OP]UmηthylpyriγinioQUZTZOfbOTZOOUtηrpyriγinηQHanγH[SZ{d₂ZUfHβomputationalHanγHηxpηrimηntalHstuγiηsVH
JournaliofiPhysicaliChemistryiATH2010THYY]THbZd]Uec

2.8 27

124 unsiπhtsHintoHthηHmηβhanismHoμH{â��HμormationHanγHrηlηasηHμromHthηHynâ��{â��xâ��HJβuαanηJHβlustηrVH
JournaliofiPhysicaliChemistryiATH2010THYY]THYY]YcUZ] 2.8 27

123 qxpηrimηntalHanγHoomputationalHStuγiηsHoμHzuβlηophiliβHmttaβkTH“automηrizationTHanγHtyγriγηH
yiπrationHinHnηnzohηtηroβyβlηH“riosmiumHolustηrsVHOrganometallicsTH2006THZaTHZX[UZY[ 3.8 27

122 oanHthηHηαsηlηnHγηrivativηsHβatalyzηHthηHisomηrizationHoμHpηroxynitritηHtoHnitratηkVHJournaliofithei
AmericaniChemicaliSocietyTH2003THYZaTH[dccUdd 16.4 27

121 SiπmaHtransHpromotionHημμηβtHinHtransitionHmηtalHβomplηxηsfHaHmaniμηstationHoμHthηHβompositηH
naturηHoμHαinγinπHηnηrπyVHMoleculariPhysicsTH2002THYXXTHaZ[Ua[Z 1.7 27

120 mαHinitioHmolηβularHorαitalHstuγyHoμHηlηβtroniβHanγHπηomηtriβalHstruβturηsHoμHyotSZHanγHySitSZH
βomplηxηsHPyiooTHRhTHanγHurQVHJournaliofiChemicaliPhysicsTH1993THeeTHcdaeUcdcZ 3.9 27

119 oUoHolηavaπηHmpproaβhHtoHoUtHrunβtionalizationHoμHSaturatηγHmzaUoyβlηsVHACSiCatalysisTH2020THYXTHZeZeUZe]Y13.1 26

118 oomputationalHstuγyHoμHthηHaminolysisHoμHZUαηnzoxazolinonηVHJournaliofiOrganiciChemistryTH2003TH
bdTH[]XbUYZ 4.2 26

117 mγsorptionHanγHpissoβiationHoμHtZ{HonHaH PYYYQHSurμaβηfHHmHoomputationalHStuγyVHJournaliofi
PhysicaliChemistryiCTH2007THYYYTHYc[[[UYc[[e 3.8 25

(2007-2014)
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116 pηnsityHrunβtionalHStuγyHoμHyoUoarαonylUoatalyzηγHmlkynolHoyβloisomηrizationfHoomparisonHwithH
 UoatalyzηγHRηaβtionVHOrganometallicsTH2005THZ]THZeZYUZeZe 3.8 25

115 –ηrsatilηHanγHβoopηrativηHrηaβtivityHoμHaHtriruthηniumHpolyhyγriγηHβlustηrVHmHβomputationalHstuγyVH
JournaliofitheiAmericaniChemicaliSocietyTH2003THYZaTHeeYXUY 16.4 25

114 piμμηrηnβηsHanγHSimilaritiηsHinHthηHRηaβtivityHoμH}ηroxynitritηHmnionHanγH}ηroxynitrousHmβiγHwithH
qαsηlηnVHmH“hηorηtiβalHStuγyâ� VHJournaliofiPhysicaliChemistryiATH2003THYXcTHYab[UYac[ 2.8 25

113 qnantiosηlηβtivityHyoγηlHμorH}γUoatalyzηγHoâ��tHrunβtionalizationHyηγiatηγHαyHthηH
yonoUzUprotηβtηγHmminoHmβiγHPy}mmQHramilyHoμHxiπanγsVHACSiCatalysisTH2017THcTH][]]U][a] 13.1 24

112 mHpηnsityHrunβtionalHStuγyHoμHthηHoomplηtionHoμHthηHyηthanηHyonooxyπηnasηHoatalytiβHoyβlηVH
yηthanolHoomplηxHtoHyy{tHRηstinπHStatηVHJournaliofiPhysicaliChemistryiBTH2001THYXaTHd]aZUd]bX 3.4 24

111 oomparisonHoμHRηaβtivityHanγHqnantiosηlηβtivityHαηtwηηnHohiralHnimηtalliβHoatalystsfH
nismuthâ��RhoγiumUHanγHpirhoγiumUoatalyzηγHoarαηnηHohηmistryVHACSiCatalysisTH2018THdTHYXbcbUYXbdZ 13.1 24

110 yηtalU{rπaniβHrramηworkUHanγH}olyoxomηtalatηUnasηγHSorαηntsHμorHthηH”ptakηHanγHpηstruβtionH
oμHohηmiβalH arμarηHmπηntsVHACSiAppliediMaterialsiramp;iInterfacesTH2020THYZTHY]b]YUY]bbY 9.5 23

109 mnHinorπaniβHβhromophorηHαasηγHonHaHmolηβularHoxiγηHsupportηγHmηtalHβarαonylHβlustηrfH
[}Z Yc{bY{RηPo{Q[}[{{RαPtZ{Q}P˛…[U{tQ₂eUVHInorganiciChemistryTH2013THaZTHY[]eXUa 5.1 23

108
mHtyαriγH†uantumHyηβhaniβalHmpproaβhfHuntimatηHpηtailsHoμHqlηβtronH“ransμηrHαηtwηηnH“ypηUuH
oγSηW·nSH†uantumHpotsHanγHanHmnthraquinonηHyolηβulηVHJournaliofiPhysicaliChemistryiBTH2015TH
YYeTHcbaYUd

3.4 23

107 unsiπhtHintoHyηβhanistiβHrηaturηsHoμHRuthηniumPuuQâ��}yαoxUoatalyzηγHoâ��tHmminationVH
OrganometallicsTH2012TH[YTH]eaXU]ebY 3.8 23

106
untηrnalHγηπrηηsHoμHμrηηγomTHstruβturalHmotiμsTHanγHβonμormationalHηnηrπηtiβsHoμHthηH
aOUγηoxyaγηnosylHraγiβalfHimpliβationsHμorHμunβtionHinHaγηnosylβoαalaminUγηpηnγηntHηnzymηsVHmH
βomputationalHstuγyVHJournaliofitheiAmericaniChemicaliSocietyTH2003THYZaTHacXUe

16.4 23

105 SkηlηtalHRηarranπηmηntHinHthηH“rinuβlηarHniγoURuthηnaβyβlopηntaγiηnηHoomplηxηsfHH“hηorηtiβalH
anγHqxpηrimηntalHStuγiηsVHOrganometallicsTH2003THZZTHYcYdUYcZc 3.8 23

104 oatalytiβH“riplηHnonγHmβtivationHanγH–inylâ��–inylHRηγuβtivηHoouplinπHαyH}tPu–QHoomplηxηsVHmHpηnsityH
runβtionalHStuγyVHOrganometallicsTH2001THZXTHYbaZUYbbc 3.8 23

103
mHpηnsityHrunβtionalHStuγyHoμH}ossiαlηHuntηrmηγiatηsHoμHthηHRηaβtionHoμHpioxyπηnHyolηβulηHwithH
zonhηmηHuronHoomplηxηsVHZVHâ�� atηrUmssistηγâ��HyoγηlHStuγiηsVHJournaliofiPhysicaliChemistryiBTH2001TH
YXaTH]]a[U]]b[

3.4 23

102 nuμμηrUunγuβηγHmββηlηrationHanγHunhiαitionHinH}olyoxomηtalatηUoatalyzηγH{rπanophosphorusHqstηrH
tyγrolysisVHACSiCatalysisTH2018THdTHcXbdUcXcb 13.1 22

101 oanHαisPiminoQpyriγinηHironTHP}puQrηxYxZTHβomplηxηsHβatalyzηHoâ��tHαonγHμunβtionalizationkVHChemicali
ScienceTH2013TH]TH[cad 9.4 22

100 mHpr“HstuγyHoμHthηHmηβhanismHoμHziHsupηroxiγηHγismutasηHPziS{pQfHrolηHoμHthηHaβtivηHsitηH
βystηinηUbHrηsiγuηHinHthηHoxiγativηHhalμUrηaβtionVHJournaliofiComputationaliChemistryTH2006THZcTHY][dU]a 3.5 22

99 pitantalumHγinitroπηnHβomplηxfHrηaβtionHoμHtZHmolηβulηHwithHJηnγUonUαriγπηγJH
[“aPu–Q₂ZP˛…U˛•PYQf˛•PYQUzZQHanγHnisP˛…UnitriγoQH[“aP–Q₂ZP˛…UzQZHβomplηxηsVHInorganiciChemistryTH2011THaXTHe]dYUeX 5.1 21
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98 yηβhanistiβHmspηβtsHoμHpinitroπηnHtyγroπηnationHoatalyzηγHαyHthηHsηomηtryUoonstrainηγH
·irβoniumHanγH“itaniumHoomplηxηsfHHoomputationalHStuγiηsVHOrganometallicsTH2007THZbTHaecdUaedb 3.8 21

97 ooopηrativηHpullHanγHpushHημμηβtsHonHthηH{U{HαonγHβlηavaπηHinHaβylpηroxoHβomplηxηsHoμH
[PSalηnQynuuux₂fHηnsurinπHμormationHoμHmanπanηsηP–QHoxoHspηβiηsVHInorganiciChemistryTH2005TH]]TH[XbUYa 5.1 21

96 zηwHβomplηxηsHanγHmatηrialsHμorH{ZUαasηγHoxiγationsVHJournaliofiMoleculariCatalysisiATH2006THZaYTHZ[]UZ[d 21

95 }rotηinHημμηβtsHonHthηH{ZHαinγinπHtoHthηHaβtivηHsitηHoμHthηHmηthanηHmonooxyπηnasηfH{zu{yH
stuγiηsVHInternationaliJournaliofiQuantumiChemistryTH2004THeeTHecZUedX 2.1 21

94
mHpηnsityHrunβtionalHStuγyHoμH}ossiαlηHuntηrmηγiatηsHoμHthηHRηaβtionHoμHpioxyπηnHyolηβulηHwithH
zonUtηmηHuronHoomplηxηsVHYVHzUSiγηHvηrsusH{USiγηHyηβhanismHwithH atηrUrrηηHyoγηlVHJournaliofi
PhysicaliChemistryiBTH2001THYXaTHdbYbUdbZd

3.4 21

93 [YZ₂mnnulηnηHπηminiHsurμaβtantsfHstruβturηHanγHsηlμUassηmαlyVHAngewandteiChemiei-iInternationali
EditionTH2007TH]bTHaddeUeY 16.4 20

92 oomplηxHβatalystsHμromHsηlμUrηpairinπHηnsηmαlηsHtoHhiπhlyHrηaβtivηHairUαasηγHoxiγationHsystηmsVH
ComptesiRendusiChimieTH2007THYXTH[XaU[YZ 2.7 20

91 mγsorptionHanγHpissoβiationHoμHo{xPxiHYTHZQHonH PYYYQHSurμaβηHfHHmHoomputationalHStuγyVHJournaliofi
PhysicaliChemistryiCTH2008THYYZTH[[]YU[[]d 3.8 19

90 mxialHxiπanγHanγHSolvηntHqμμηβtsHonHthηH{â��{HnonγHmβtivationHinHmβylpηroxoHoomplηxηsHoμH
[PSalηnQynuuux₂fHHynu–HvηrsusHyn–H{xoHSpηβiηsVHJournaliofiPhysicaliChemistryiBTH2004THYXdTH[d]aU[da] 3.4 19

89 “ransitionHyηtalHSuαstitutionHqμμηβtsHonHyηtalUtoU}olyoxomηtalatηHoharπηH“ransμηrVHInorganici
ChemistryTH2016THaaTH][XdUYe 5.1 19

88 ”nvηilinπHthηHRolηHoμHnasηHanγHmγγitivηHinHthηH”llmannU“ypηHoμHmrηnηUmrylHoâ��oHoouplinπHRηaβtionVH
ACSiCatalysisTH2018THdTH]dZeU]d[c 13.1 18

87 nisP]kUP]UpyriγylQUZTZkfbkTZkkUtηrpyriγinηQruthηniumPuuQHβomplηxηsHanγHthηirHzUalkylatηγHγηrivativηsH
inHβatalytiβHliπhtUγrivηnHwatηrHoxiγationVHRSCiAdvancesTH2013TH[THZXb]c 3.7 18

86 “hηorηtiβalHStuγiηsHoμHthηHRηaβtionHyηβhanismsHoμHpimηthylsulμiγηHanγHpimηthylsηlηniγηHwithH
}ηroxynitritηVHJournaliofiPhysicaliChemistryiATH2003THYXcTHadbZUadc[ 2.8 18

85 oorrηlatηγHyultimoγalHmpproaβhHRηvηalsHwηyHpηtailsHoμHzηrvηUmπηntHpηβompositionHαyHSinπlηUSitηH
·rUnasηγH}olyoxomηtalatηsVHJournaliofiPhysicaliChemistryiLettersTH2019THYXTHZZeaUZZee 6.4 17

84 RηaβtionHyηβhanismHoμHzηrvηUmπηntHtyγrolysisHwithHthηHosdzαb{YeHxinγqvistHtηxanioαatηH
oatalystVHJournaliofiPhysicaliChemistryiCTH2016THYZXTHYbdZZUYbd[X 3.8 17

83 qμμηβtHoμHoarαonHpioxiγηHonHthηHpηπraγationHoμHohηmiβalH arμarηHmπηntHSimulantHinHthηH}rηsηnβηH
oμH·rHyηtalH{rπaniβHrramηworkHy{rUdXdVHChemistryiofiMaterialsTH2019TH[YTHeeX]UeeY] 9.6 17

82
 hyH[PηtaaUoayηPnQtaUnQZ“i₂ZPmiβroZTηtaZTηtaZUzZQHβanHnotHaγγHaHtZHmolηβulηHtoHthηH
siγηUonUβoorγinatηγHzZHwhilηHitsH·rHanγHtμHanaloπuηsHβankHinsiπhtsHμromHβomputationalHstuγiηsVH
InorganiciChemistryTH2007TH]bTHZcXeUYa

5.1 17

81
“hηorηtiβalHStuγyHoμHthηHyηβhanismHoμH{xiγativηHmγγitionHoμHmllylâ��mmmoniumHanγHâ��uminiumHSaltsH
toHxowU–alηntHyηtalHoomplηxηsVHRationalizationHoμHSηlηβtivηHoâ��zHanγHzâ��tHnonγHmβtivationVH
OrganometallicsTH2000THYeTH]]XZU]]Ya

3.8 17

(2000-2007)
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80 mαHinitioHmolηβularHorαitalHstuγyHoμHoxiγativηHaγγitionHoμHtZHanγHot]HtoHthηHRholPo{QP}t[QZH
βomplηxVHJournaliofiOrganometalliciChemistryTH1995THaX]THe[UYXa 2.3 17

79 umpaβtHoμHamαiηntHπasηsHonHthηHmηβhanismHoμH[oszα{₂UpromotηγHnηrvηUaπηntHγηβompositionVH
ChemicaliScienceTH2018THeTHZY]cUZYad 9.4 16

78 yultiU“askinπH}{yHSystηmsVHFrontiersiiniChemistryTH2018THbTH[ba 5 16

77 oomputationalHstuγiηsHoμHtransitionHmηtalHsηlηβtivityHoμHoβtapηptiγηHrηpηatHrηπionHoμHprionHprotηinH
P}r}QVHJournaliofiPhysicaliChemistryiBTH2010THYY]THYYZcU[a 3.4 16

76 oomputationalHstuγiηsHoμHnuβlηophiliβHattaβkHanγHprotonationHoμHηlηβtronUγημiβiηntH
αηnzohηtηroβyβlηHtriosmiumHβlustηrsVHInorganiciChemistryTH2006TH]aTH]eb[Uc[ 5.1 16

75 “ailorηγHquinonηsHsupportHhiπhUturnovηrH}γHβatalystsHμorHoxiγativηHoUtHarylationHwithH{VHScienceTH
2020TH[cXTHY]a]UY]bX 33.3 16

74 piU}allaγiumHoomplηxηsHarηHmβtivηHoatalystsHμorHyonoUzU}rotηβtηγHmminoHmβiγUmββηlηratηγH
qnantiosηlηβtivηHoâ��tHrunβtionalizationVHACSiCatalysisTH2019THeTHYY[dbUYY[ec 13.1 15

73 RηaβtionHoμHtZHwithHaHninuβlηarH·irβoniumHpinitroπηnHoomplηxHUHqvaluationHoμH“hηorηtiβalHyoγηlsH
anγHtyαriγHmpproaβhηsVHJournaliofiChemicaliTheoryiandiComputationTH2006THZTHYZedU[Yb 6.4 15

72 pηnsityHμunβtionalHstuγyHoμHthηHrolηsHoμHβhηmiβalHβompositionHoμHγiUtransitionUmηtalUsuαstitutηγH
πammaUwηππinHpolyoxomηtalatηHanionsVHJournaliofiPhysicaliChemistryiBTH2006THYYXTHaZ[XUc 3.4 15

71 “hηorηtiβalH}rηγiβtionHoμHaHzηwHpinitroπηnHRηγuβtionH}roβηssfHH”tilizationHoμHrourHpihyγroπηnH
yolηβulηsHanγHaH·rZ}tZHolustηrVHJournaliofiPhysicaliChemistryiBTH2004THYXdTHYXXYZUYXXYd 3.4 15

70 }rηγiβtivηHyoγηlHμorHthηH[RhZPηspQZ₂UoatalyzηγHuntηrmolηβularHoPsp[Qâ��tHnonγHunsηrtionHoμH
˛†UoarαonylHqstηrHoarαηnηsfHuntηrplayHαηtwηηnH“hηoryHanγHqxpηrimηntVHACSiCatalysisTH2019THeTH]aZbU]a[d 13.1 14

69 poηsHthηH“ηtrahyγroαoratηHSpηβiηsHmunt]HqxistkHmαHunitioHy{HStuγyHoμHthηHStruβturηHanγHStaαilityH
oμHount]THmπnt]THanγHmunt]VHOrganometallicsTH1995THY]TH[[ZcU[[[] 3.8 14

68 oomputationalHinsiπhtsHtoHthηHmηβhanismHoμHalkηnηHηpoxiγationHαyHmanπanηsηUαasηγHβatalystsHinH
thηHprηsηnβηHoμHαiβarαonatηVHComputationaliandiTheoreticaliChemistryTH2009THeX[THYYaUYZZ 13

67 “hηHmηβhanismsHoμHthηHrηaβtionsHoμH HanγH SHwithHo{xHPxiYTHZQfHaHβomputationalHstuγyVHJournaliofi
PhysicaliChemistryiATH2007THYYYTHbbbaUc[ 2.8 13

66 }otηntialHqnηrπyHSurμaβηsHoμH“ransitionUyηtalUoatalyzηγHohηmiβalHRηaβtionsVHAdvancesiiniChemicali
PhysicsTH2007THbYUYZd 13

65
oanHponorHxiπanγsHyakηH}γP{mβQHaHStronπηrH{xiγantkHmββηssHtoHqlusivηH}allaγiumPuuQHRηγuβtionH
}otηntialsHanγHqμμηβtsHoμHmnβillaryHxiπanγsHviaH}allaγiumPuuQWtyγroquinonηHRηγoxHqquiliαriaVHJournali
ofitheiAmericaniChemicaliSocietyTH2020THY]ZTHYebcdUYebdd

16.4 13

64 nroaγUSpηβtrumHxiquiγUHanγHsasU}hasηHpηβontaminationHoμHohηmiβalH arμarηHmπηntsHαyH
{nηUpimηnsionalHtηtηropolynioαatηsVHAngewandteiChemieTH2016THYZdTHcaZeUca[[ 3.6 13

63 yηβhanistiβHunsiπhtsHintoHthηHmηroαiβHouPuQUoatalyzηγHorossUoouplinπHoμHUmβylH“hiosaliβylamiγηH“hiolH
qstηrsHanγHnoroniβHmβiγsVHOrganometallicsTH2012TH[YTHceadUcebd 3.8 12
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62 }ηroxynitritηHRηaβtionsHwithHpimηthylsulμiγηHanγHpimηthylsηlηniγηfHHmnHqxpηrimηntalHStuγyVH
JournaliofiPhysicaliChemistryiATH2004THYXdTHZdeUZe] 2.8 12

61 yultimoγalHoharaβtηrizationHoμHyatηrialsHanγHpηβontaminationH}roβηssηsHμorHohηmiβalH arμarηH
}rotηβtionVHACSiAppliediMaterialsiramp;iInterfacesTH2020THYZTHY]cZYUY]c[d 9.5 12

60 nioloπiβallyHunspirηγH“otalHSynthηsisHoμH”lαaβtinHrTHanHuronUninγinπHzaturalH}roγuβtVHOrganiciLettersTH
2018THZXTHaeZZUaeZb 6.2 12

59
RηaβtivityHanγHSηlηβtivityHoontrollinπHraβtorsHinHthηH}γWpialkylαiarylphosphinηUoatalyzηγHoUoH
olηavaπηWorossUoouplinπHoμHanHzUrusηγHniβyβloH˛–UtyγroxyU˛†UxaβtamVHJournaliofitheiAmericani
ChemicaliSocietyTH2020THY]ZTHZYY]XUZYYaZ

16.4 11

58
wηyHmηβhanistiβHinsiπhtsHintoHthηHintramolηβularHoUtHαonγHaminationHanγHγouαlηHαonγHaziriγinationH
inHsulμamatηHηstηrsHβatalyzηγHαyHγirhoγiumHtηtraβarαoxylatηHβomplηxηsVHJournaliofiOrganometallici
ChemistryTH2018THdbcTHYd[UYeZ

2.3 11

57 ·ηolitηUsupportηγHpallaγiumHtηtramηrHanγHitsHrηaβtivityHtowarγHtZHmolηβulηsfHβomputationalH
stuγiηsVHJournaliofiPhysicaliChemistryiATH2008THYYZTHaec[Ud[ 2.8 11

56 sηnηralityHanγHStrηnπthHoμH“ransitionHyηtalH˛†UqμμηβtsVHJournaliofitheiAmericaniChemicaliSocietyTH
2018THY]XTHYXbYZUYXbYd 16.4 10

55 pηnsityHrunβtionalHStuγyHoμH}latinumPuuQUyηγiatηγHniβyβlizationHoμHYTbUpiηnylphηnolsVH
OrganometallicsTH2007THZbTHZa]XUZa]e 3.8 10

54 qlηβtroniβHrηorπanizationfHoriπinHoμHsiπmaHtransHpromotionHημμηβtVHJournaliofiComputationali
ChemistryTH2007THZdTH]Z[U]Y 3.5 10

53 mHγηnsityHμunβtionalHstuγyHoμHπηomηtryHanγHηlηβtroniβHstruβturηsHoμH
[PSi{]QPyuuuQZP{tQZ YX{[Z₂]â��THyiyoTHRuHanγHRhVHJournaliofiMoleculariCatalysisiATH2007THZbZTHZZcUZ[a 10

52 tyγroπηnHSβramαlinπHinH[PoayηaQ{sPγmpmQPot[Qt₂SVHmHpηnsityHrunβtionalHanγH{zu{yHStuγyVH
OrganometallicsTH2002THZYTHaaaUab] 3.8 10

51
yηtallaαoranηsHwithHsroupHdHanγHeH“ransitionHyηtalsVHusHmββuratηaαHinitioyolηβularH{rαitalH
oalβulationHoμHStruβturηTHStaαilityTHanγHzyRHohηmiβalHShiμtsH}ossiαlηkVHBulletiniofitheiChemicali
SocietyiofiJapanTH1993THbbTH[ZaeU[ZcX

5.1 10

50 yηβhanismHoμH}ηrmanπanatηU}romotηγHpihyγroxylationHoμHoomplηxHpikηtopipηrazinηsfHoritiβalH
RolηsHoμHoountηrUβationHanγHuonU}airinπVHJournaliofitheiAmericaniChemicaliSocietyTH2018THY]XTHY[[caUY[[db16.4 10

49 †uantumHoonμinηmηntH“hηoryHoμHmuπηrUmssistηγHniηxβitonHRηβomαinationHpynamiβsHinH“ypηUuHanγH
†uasiH“ypηUuuH†uantumHpotsVHJournaliofiPhysicaliChemistryiCTH2018THYZZTHYdc]ZUYdcaX 3.8 9

48 }aramηtηrizationHoμHrηaβtivηHμorβηHμiηlγfHγynamiβsHoμHthηH[zαb{YetPxQ₂PPdUxQUQHxinγqvistH
polyoxoanionHinHαulkHwatηrVHJournaliofiPhysicaliChemistryiATH2013THYYcTHbebcUc] 2.8 9

47
“hηHrolηHoμHthηHhηtηroatomHPXHiHSiu–TH}–THanγHS–uQHonHthηHrηaβtivityHoμH
{˛‡U[PtZ{QRuuuuP˛…U{tQZRuuuuPtZ{Q₂[XHnS YX{[b₂}Pdâ��nQâ��HwithHthηH{ZHmolηβulηVHTheoreticaliChemistryi
AccountsTH2011THY[XTHYecUZXc

1.9 9

46 pηnsityHrunβtionalHStuγiηsHoμHthηHmγsorptionHanγHpissoβiationHoμHz{xHPxHiHYTHZQHyolηβulηsHonHthηH
 PYYYQHSurμaβηVHJournaliofiPhysicaliChemistryiCTH2009THYY[THa[XXUa[Xc 3.8 9

45 RηaβtivityHoμHqαtηllurHpηrivativηsHwithHthηH}ηroxynitritηHmnionfHHoomparisonHwithH“hηirHqαsηlηnH
mnaloπuηsVHJournaliofiPhysicaliChemistryiATH2003THYXcTHab[YUab[e 2.8 9

(2003-2004)
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44
mαHinitioHmolηβularHorαitalHstuγyHoμHstruβturηHanγHzyRHYYnHβhηmiβalHshiμtsHoμHxηwisHαasηHaγγuβtsHoμH
o{THzt[TH}r[THanγH}t[HwithHsmallHniγoUαoranηsTHn[tcHanγHn]tdVHChemicaliPhysicsiLettersTH1993TH
ZY]THbeUcb

2.5 9

43 mγsorptionHanγHpissoβiationHoμHthηHtolHanγHolZHyolηβulηsHonH PYYYQHSurμaβηfHmHoomputationalH
StuγyVHJournaliofiPhysicaliChemistryiCTH2008THYYZTHYZ[]ZUYZ[]d 3.8 8

42 RηaβtivityHoμH[YTZUnηnzisotηllurazolU[PZtQUonη₂HwithH}ηroxynitrousHmβiγfHHoomparisonHwithHqαsηlηnH
mnaloπuηsVHJournaliofiPhysicaliChemistryiATH2003THYXcTHeed]UeeeX 2.8 8

41
wηyHyηβhanistiβHrηaturηsHoμHthηHSilvηrPuQUyηγiatηγHpηβonstruβtivηHrluorinationHoμHoyβliβHmminηsfH
yultistatηHRηaβtivityHvηrsusHSinπlηUqlηβtronH“ransμηrVHJournaliofitheiAmericaniChemicaliSocietyTH
2021THY][TH[ddeU[eXX

16.4 8

40 yηβhanistiβHγηtailsHoμHthηHβoαaltUmηγiatηγHγηhyγroπηnativηHγimηrizationHoμH
aminoquinolinηUγirηβtηγHαηnzamiγηsVHChemicaliScienceTH2020THYYTHbXdaUbXeb 9.4 7

39 RolηsHoμHnasηHinHthηH}γUoatalyzηγHmnnulativηHohlorophηnylηnηHpimηrizationVHACSiCatalysisTH2020TH
YXTH[XaeU[Xc[ 13.1 7

38 SynthηsisHoμH[[aTca₂UpihyγroinγolηsHαyHaH“anγηmHmrηnηHoyβlopropanationW[TaUSiπmatropiβH
RηarranπηmηntHRηaβtionVHJournaliofiOrganiciChemistryTH2018THd[THce[eUce]e 4.2 7

37 oomputationalHstuγyHonHkinηtiβsHanγHmηβhanismsHoμHunimolηβularHγηβompositionHoμHsuββiniβHaβiγH
anγHitsHanhyγriγηVHJournaliofiPhysicaliChemistryiATH2008THYYZTHbbZYUe 2.8 7

36 towHyanyHyηthylHsroupsHinH[{P˛•aUoayηntaâ��nQZ·r}ZP˛…ZT˛•ZT˛•ZUzZQ₂HmrηHzηηγηγHμorHpinitroπηnH
tyγroπηnationkHmH“hηorηtiβalHStuγyVHAngewandteiChemieTH2005THYYcTHcZb[UcZba 3.6 7

35 wηyHmηβhanistiβHγηtailsHoμHparaoxonHγηβompositionHαyHpolyoxomηtalatηsfHoritiβalHrolηHoμHparaUnitroH
suαstitutionVHChemicaliPhysicsTH2019THaYdTH[XU[c 2.3 7

34 RhHUoatalyzηγH˛†UoPspHQUtHmlkylationHoμHqnolHqthηrsTHqnamiγηsHanγHqnηβarαamatηsHwithH˛–UpiazoH
piβarαonylHoompounγsVHChemistryi-iAiEuropeaniJournalTH2017THZ[THYYZeUYY[a 4.8 6

33 pηnsityHμunβtionalHstuγiηsHoμHthηHηlηβtroniβHanγHπηomηtriβHstruβturηsHoμH}t[STH}t[{STH}t[{ZSHanγH
}t[ot]SVHComputationaliandiTheoreticaliChemistryTH2002THadbTH[aU]b 6

32 mαHunitioHy{HStuγyHoμHolustηrHRηarranπηmηntsHinH}ηntaπonalH}yramiγalHolustηrsfHnbtYXHnoranηH
anγH[PurnatdQPo{QP}t[QZ₂HyηtallaαoranηVHJournaliofitheiAmericaniChemicaliSocietyTH1994THYYbTH[e[ZU[e]Z16.4 6

31 mHsolvηntUμrηηHsoliγHβatalystHμorHthηHsηlηβtivηHanγHβolorUinγiβatinπHamαiηntUairHrηmovalHoμHsulμurH
mustarγVHCommunicationsiChemistryTH2021TH]TH 6.3 6

30 mnHmβtivηUSitηHSulμonatηHsroupHorηatηsHaHrastH atηrH{xiγationHqlηβtroβatalystH“hatHqxhiαitsHtiπhH
mβtivityHinHmβiγVHAngewandteiChemiei-iInternationaliEditionTH2021THbXTHYa]XUYa]a 16.4 6

29 yηβhanismsHoμHthηHrηaβtionsHoμH HanγH SHwithHz{xHPxiYTHZQfHaHβomputationalHstuγyVHJournaliofi
PhysicaliChemistryiATH2007THYYYTHedZUeY 2.8 5

28 “hηorηtiβalHStuγyHoμHthηHStruβturηHanγH}ropηrtiηsHoμH[P˛•PaQUoayη]tQZ·r₂ZP˛…PZQT˛•PZQT˛•PZQUzZQVH
JournaliofiChemicaliTheoryiandiComputationTH2006THZTH[[bU]Y 6.4 5

27
“hηHrolηsHoμHstηriβHanγHηlηβtroniβHημμηβtsHinHthηHZUhyγroxyUZkUnitroγiphηnylHsulμonηsHtoH
ZUPoUnitrophηnoxyQUαηnzηnηUsulμiniβHaβiγsHrηarranπηmηntHPSmilηsQVHoomputationalHstuγyVH
ComputationaliandiTheoreticaliChemistryTH2004THbceTH]aUaZ

5
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26
mHβomparativηHstuγyHoμHvariousHβomputationalHapproaβhηsHinHβalβulatinπHthηHstruβturηHoμHpyriγoxalH
aOUphosphatηHP}x}QUγηpηnγηntHαηtaUlyasηHprotηinVH“hηHimportanβηHoμHprotηinHηnvironmηntVHJournali
ofiComputationaliChemistryTH2005THZbTH]][Ub

3.5 5

25
oomparisonHoμHYTZUpiarylβyβlopropanηβarαoxylatηsHwithHYTZTZU“riarylβyβlopropanηβarαoxylatηsHasH
ohiralHxiπanγsHμorHpirhoγiumUoatalyzηγHoyβlopropanationHanγHoUtHrunβtionalizationVHJournaliofi
OrganiciChemistryTH2020THdaTHYZYeeUYZZYY

4.2 5

24
qμμηβtsHoμHoompηtitivηHmβtivηUSitηHxiπanγHninγinπHonH}rotonUHanγHqlηβtronU“ransμηrH}ropηrtiηsHoμH
thηH[oo]PtZ{QZP} e{[]QZ₂YXâ��H}olyoxomηtalatηH atηrH{xiγationHoatalystVHJournaliofiClusteri
ScienceTH2017THZdTHd[eUdaZ

3 4

23
StruβturalHyoγiμiβationHoμH“i{ZHSurμaβηsHinHnulkH atηrHanγHninγinπHyotiμsHoμHaHrunβtionalizηγHobXH
onH“i{ZHmnatasηHanγHRutilηHSurμaβηsHinH–aβuoHanγHinH atηrfHyolηβularHpynamiβsHStuγiηsVHJournaliofi
PhysicaliChemistryiCTH2012THYYbTHZXe[cUZXe]d

3.8 4

22 mnHηxpηrimηntalHanγHγηnsityHμunβtionalHstuγyHoμHthηHSαâ��oHαonγHaβtivationHanγHorπanoURhHαonγH
μormationHμromHthηHspontanηousHγηβayHoμH[Rhol[PSα}h[Q[₂VHPolyhedronTH2009THZdTH[bcaU[bd] 2.7 4

21 unμluηnβηHoμHmrylHSuαstituηntsHonHthηHmliπnmηntHoμHxiπanγsHinHthηHpirhoγiumH
“ηtrakisPYTZTZU“riarylβyβlopropanηUHβarαoxylatηQHoatalystsVHChemCatChemTH2021THY[THYc]UYce 5.2 4

20 ”niμiηγHyηβhanistiβHoonβηptHoμHthηHooppηrUoatalyzηγHanγHmmiγηU{xazolinηUpirηβtηγHoPspZQâ��tH
nonγHrunβtionalizationVHACSiCatalysisTYZbZXUYZb[Y 13.1 4

19
mnHunμinitηH{rγηrHpisβrηtηH–ariaαlηHRηprηsηntationHoμHanHqμμηβtivηHyassHtamiltonianfHmppliβationHtoH
qxβitonH avηHrunβtionsHinH†uantumHoonμinηγHzanostruβturηsVHJournaliofiChemicaliTheoryiandi
ComputationTH2014THYXTH[]XeUYb

6.4 3

18 ”nβonvηntionalHmηβhanismHanγHsηlηβtivityHoμHthηH}γUβatalyzηγHoUtHαonγHlaβtonizationHinHaromatiβH
βarαoxyliβHaβiγVVHNatureiCommunicationsTH2022THY[TH[Ya 17.4 3

17 qnhanβηγHintηrsystηmHβrossinπHoμHαoronHγipyrromηthηnηHαyH“qy}{HraγiβalVHJournaliofiChemicali
PhysicsTH2020THYa[THYa]ZXY 3.9 3

16 }yoβhηlinHniosynthηtiβHyηtaαolitηsHninγHuronHanγH}romotηHsrowthHinHpηmonstratinπH
SiγηrophorηUlikηHmβtivityVHACSiInfectiousiDiseasesTH2021THcTHa]]UaaY 5.5 3

15 yoγulatinπHηlηβtroniβHβouplinπHatHthηHquantumHγotWmolηβulηHintηrμaβηHαyHwavημunβtionH
ηnπinηηrinπVHJournaliofiChemicaliPhysicsTH2019THYaXTHYZ]cX] 3.9 2

14 “hηorηtiβalHStuγiηsHoμHthηHzZHolηavaπηHαyH“hrηηUooorγinatηHsroupHbHoomplηxηsHyx[VHACSi
SymposiumiSeriesTH1999THYedUZXc 0.4 2

13 mnHaltηrnativηHmηβhanismHoμHntZStHμormationHinHthηHrηaβtionHoμHnZtbHwithHStZfHβonβηrtηγH
ηliminationHoμHnt[HanγHtZHμromHtZSH´•nZtbVHmαHinitioHy{HstuγyVHChemicaliPhysicsiLettersTH1993THZYbTH[Y[U[Yd2.5 2

12 xiπhtU}romotηγHpηaromativηHorossUoouplinπHoμHtηtηroarηniumHSaltsHanγHmrylHuoγiγηsHviaHziβkηlH
oatalysisVHACSiCatalysisTH2022THYZTHYdYdUYdZe 13.1 2

11 mHαulkHaγjustηγHlinηarHβomαinationHoμHatomiβHorαitalsHPnmUxom{QHapproaβhHμorHnanopartiβlηsVH
JournaliofiComputationaliChemistryTH2019TH]XTHZYZUZZY 3.5 2

10 zanosβalηH“i{H}rotηβtionHxayηrHqnhanβηsHthηHnuiltUunHriηlγHanγHoharπηHSηparationH}ηrμormanβηHoμH
sa}H}hotoηlηβtroγηsVHNanoiLettersTH2021THZYTHdXYcUdXZ] 11.5 2

9 RolηsHoμHxiπanγHanγH{xiγantHinH}γPuuQUoatalyzηγHanγHxiπanγUqnaαlηγHoPsp[Qâ��tHxaβtonizationHinH
mliphatiβHoarαoxyliβHmβiγfHyηβhanistiβHStuγiηsVHACSiCatalysisT]d]dU]dad 13.1 2

(-2005)
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8 mnHmllUmtomH“hηoryHoμHqlηβtronH“ransμηrHatHzanoβrystalWyolηβulηHuntηrμaβηsfHmHtyαriγHxom{Wpr“H
mpproaβhVHJournaliofiPhysicaliChemistryiCTH2021THYZaTHaYYbUaYZb 3.8 1

7 oomputationalHStuγyHoμHwηyHyηβhanistiβHpηtailsHμorHaH}roposηγHooppηrHPuQUyηγiatηγH
pηβonstruβtivηHrluorinationHoμHU}rotηβtηγHoyβliβHmminηsVVHTopicsiiniCatalysisTH2022THbaTH]YdU][Z 2.3 1

6 SηquηntialHzorrishUYanπHoyβlizationHanγHoUoHolηavaπηWorossUoouplinπHoμHaH[]VYVX₂HrusηγHSaturatηγH
mzaβyβlηVHJournaliofiOrganiciChemistryTH2021THdbTHYZ][bUYZ]]Z 4.2 1

5 “aμηlHSlopηHmnalysηsHμorHtomoπηnηousHoatalytiβHRηaβtionsVHCatalystsTH2021THYYTHdc 4 1

4 tyγroπηnUnonγinπHasHaHraβtorHtoHpηtηrminηHthηHRηπiosηlηβtivityHμorH}γUmηγiatηγHoâ��tHmβtivationH
oμH}yriγinηVHChemCatChemTH2021THY[THYZXYUYZXb 5.2 0

3 uonUpairinπHinHpolyoxomηtalatηHβhηmistryfHimpaβtHoμHμullyHhyγratηγHalkaliHmηtalHβationsHonH
propηrtiηsHoμHthηHkηππinH[} {₂HanionVHDaltoniTransactionsTH2020TH]eTHYYYcXUYYYcd 4.3 0

2 }olynioαatηHzanothrηaγsHμorHpηβompositionHoμHthηHzηrvηHmπηntHSimulantHpimηthylH
ohlorophosphatηVHACSiAppliediNanoiMaterialsTH2021TH]THab]eUaba] 5.6 0

1 wηijiHyorokumaVHJournaliofiPhysicaliChemistryiATH2018THYZZTHddXUddY 2.8
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