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rδsponsδFthδoryTFJournalmofmChemicalmPhysicsRF2002RFWW]RFbcWSbc] 3.9 86
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αδnβhmarkinσFoπFvariousFγδnsityFπunβtionalsTFJournalmofmChemicalmPhysicsRF2009RFWYWRFXWZWVY 3.9 78
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WYYRFYbVVSY

16.4 75
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zaramaσnδtiβFxw}FmhδmiβalF‘hiπtsTFJournalmofmChemicalmTheorymandmComputationRF2012RFbRF[cbS]Vc 6.4 72

311 ynFthδForiσinFoπFoptiβalFaβtivityFinFtrisSγiaminδFβomplδxδsFoπFmoNsssOFanγF}hNsssOdFaFsimplδFmoγδlFαasδγF
onFtimδSγδpδnγδntFγδnsityFπunβtionFthδoryTFJournalmofmthemAmericanmChemicalmSocietyRF2005RFWXaRFca[Sb[16.4 71

310 δnantioSonriβhδγFmzvSaβtivδFhδliβδnδSαipyriγinδSrhδniumFβomplδxδsTFChemicalmCommunicationsRF
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ztSzFβouplinσsTFJournalmofmthemAmericanmChemicalmSocietyRF2001RFWXYRFYYZWSc 16.4 69

(2001-2018)

5
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ChemicalmPhysicsRF2008RFWXcRFWbZWWZ 3.9 62

298 ’δlluriumFknaloσuδsFoπF}osaminδFanγF}hoγaminδFnyδsdFF‘ynthδsisRF‘truβturδRFWX[’δFxw}RFanγF
rδtδroatomFmontriαutionsFtoFoxβitationFonδrσiδsTFOrganometallicsRF2007RFX]RF]XZbS]X[a 3.8 62

297 nδnsityFπunβtionalFstuγyFoπFthδFWYmFxw}FβhδmiβalFshiπtsFinFsmallStoSmδγiumSγiamδtδrFinπinitδF
sinσlδSwallδγFβarαonFnanotuαδsTFJournalmofmPhysicalmChemistrymARF2006RFWWVRFWWcc[SXVVZ 2.8 62

296 onantiosδlδβtivδF}δβoσnitionFoπFkmmoniumFmarαamatδsFinFaFmhiralFwδtalSyrσaniβFpramδworkTF
JournalmofmthemAmericanmChemicalmSocietyRF2017RFWYcRFW]VVVSW]VWX 16.4 61

295 knalyzinσFanγFsntδrprδtinσFxw}F‘pinâ��‘pinFmouplinσFmonstantsF–sinσFwolδβularFyrαitalF
malβulationsTFJournalmofmChemicalmEducationRF2007RFbZRFW[] 2.4 61

294 ’imδSγδpδnγδntFγδnsityFπunβtionalFthδoryFπorFβalβulatinσForiσinSinγδpδnγδntFoptiβalFrotationFanγF
rotatoryFstrδnσthFtδnsorsTFChemPhysChemRF2011RFWXRFYXXZSY[ 3.2 60

293
zroαinσFthδFsolvδntFshδllFwithFWc[ztFβhδmiβalFshiπtsdFγδnsityFπunβtionalFthδoryFmolδβularFγynamiβsF
stuγyFoπFztNssOFanγFztNs—OFanioniβFβomplδxδsFinFaquδousFsolutionTFJournalmofmthemAmericanmChemicalm
SocietyRF2010RFWYXRFYZaXSbY

16.4 60

292
’woSβomponδntFrδlativistiβFhyαriγFγδnsityFπunβtionalFβomputationsFoπFnuβlδarFspinSspinFβouplinσF
tδnsorsFusinσF‘latδrStypδFαasisFsδtsFanγFγδnsitySπittinσFtδβhniquδsTFJournalmofmChemicalmPhysicsRF
2008RFWXcRFVcZWV[

3.9 60

291 malβulationFoπForiσinSinγδpδnγδntFoptiβalFrotationFtδnsorFβomponδntsFinFapproximatδF
timδSγδpδnγδntFγδnsityFπunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF2006RFWX[RFYZWVX 3.9 60

290 }δlativistiβFnδnsitySpunβtionalFmomputationsFoπFthδFmhδmiβalF‘hiπtFoπFWXcXδFinFöδmail´ protδβtδγü]VTF
JournalmofmPhysicalmChemistrymARF2003RFWVaRFZc]aSZcaX 2.8 59

289
}δlativistiβF·δrothSyrγδrF}δσularFkpproximationFmomαinδγFwithFxonhyαriγFanγFryαriγFnδnsityF
punβtionalF’hδorydFzδrπormanβδFπorFxw}FsnγirδβtFxuβlδarF‘pinS‘pinFmouplinσFinFrδavyFwδtalF
mompounγsTFJournalmofmChemicalmTheorymandmComputationRF2010RF]RFXXYSYZ

6.4 58

288
’hδFrolδFoπFthδFδxβhanσδSβorrδlationFrδsponsδFkδrnδlFanγFsβalinσFβorrδβtionsFinFrδlativistiβFγδnsityF
πunβtionalFnuβlδarFmaσnδtiβFshiδlγinσFβalβulationsFwithFthδFzδrothSorγδrFrδσularFapproximationTF
MolecularmPhysicsRF2013RFWWWRFX[ZZSX[[Z

1.7 57
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287 wultiπunβtionalFanγFrδaβtivδFδnantiopurδForσanomδtalliβFhδliβδnδsdFtuninσFβhiroptiβalFpropδrtiδsFαyF
struβturalFvariationsFoπFmonoSFanγFαisNplatinahδliβδnδOsTFChemistrym-mAmEuropeanmJournalRF2011RFWaRFWZWabScb4.8 56

286 kFthδorδtiβalFinvδstiσationFoπFthδFrδmarkaαlδFnuβlδarFspinSspinFβouplinσFpattδrnFinF
öNxmON[OztS’lNmxOüNSOTFJournalmofmthemAmericanmChemicalmSocietyRF2001RFWXYRF[YXVSZ 16.4 56

285
sronFklkynylFrδliβδnδsdF}δγoxS’riσσδrδγFmhiroptiβalF’uninσFinFthδFs}FanγFxδarSs}F‘pδβtralF}δσionsF
anγF‘uitaαlδFπorF’δlδβommuniβationsFkppliβationsTFAngewandtemChemiem-mInternationalmEditionRF2016
RF[[RFbV]XS]

16.4 55

284
}δlativistiβFβalβulationsFoπFmaσnδtiβFrδsonanβδFparamδtδrsdFαaβkσrounγFanγFsomδFrδβδntF
γδvδlopmδntsTFPhilosophicalmTransactionsmSeriesmAymMathematicalymPhysicalymandmEngineeringmSciencesRF
2014RFYaXRFXVWXVZbc

3 55

283 –nravδllinσFthδFstruβturδFoπFwaσnusMFpinkFsaltTFJournalmofmthemAmericanmChemicalmSocietyRF2014RFWY]RFWYYYS[W16.4 55

282 malβulationFoπF—δrγδtFβonstantsFwithFtimδSγδpδnγδntFγδnsityFπunβtionalFthδorydFimplδmδntationF
anγFrδsultsFπorFsmallFmolδβulδsTFJournalmofmChemicalmPhysicsRF2005RFWXXRFVaZWV[ 3.9 55

281 kF}δlativistiβF{uantumSmhδmiβalFknalysisFoπFthδFtransFsnπluδnβδFonFNWOrFxw}FryγriγδF‘hiπtsFinF
‘quarδSzlanarFzlatinumNssOFmomplδxδsTFInorganicmChemistryRF2015RF[ZRFaWccSXVb 5.1 54

280 ‘olvδntFδππδβtsFanγFγynamiβFavδraσinσFoπFWc[ztFxw}FshiδlγinσFinFβisplatinFγδrivativδsTFInorganicm
ChemistryRF2011RF[VRFWaXYSYX 5.1 54

279
’woSmomponδntF}δlativistiβFmalβulationsFoπFolδβtriβSpiδlγFqraγiδntsF–sinσFoxaβtFnδβouplinσF
wδthoγsdF‘pinSorαitFanγFziβturδSmhanσδFoππδβtsTFJournalmofmChemicalmTheorymandmComputationRF2012RF
bRFZXYcSZb

6.4 53

278
malβulationFoπFmolδβularFσStδnsorsFusinσFthδFzδrothSorγδrFrδσularFapproximationFanγFγδnsityF
πunβtionalFthδorydFδxpδβtationFvaluδFvδrsusFlinδarFrδsponsδFapproaβhδsTFTheoreticalmChemistrym
AccountsRF2011RFWXcRFZ[YSZ]]

1.9 53

277
ssFβharσδFtransπδrFtransitionsFrδallyFtooFγiππiβultFπorFstanγarγFγδnsityFπunβtionalsForFarδFthδyFjustFaF
proαlδmFπorFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryFαasδγFonFaFlinδarFrδsponsδFapproaβhTF
ComputationalmandmTheoreticalmChemistryRF2009RFcWZRFWV]SWVc

53

276
momαinδγFδxpδrimδntalFanγFβomputationalFstuγiδsFoπFhδtδroαimδtalliβFliS}hFpaγγlδwhδδlF
βarαoxylatδsFasFβatalystsFπorFmδtalFβarαδnoiγFtransπormationsTFJournalmofmOrganicmChemistryRF2009RF
aZRF][]ZSaW

4.2 53

275 nδnsityFπunβtionalFβalβulationFoπFthδFδlδβtroniβFβirβularFγiβhroismFspδβtraFoπFthδFtransitionFmδtalF
βomplδxδsFöwNphδnOYüXQFNwFgFpδRF}uRFysOTFJournalmofmPhysicalmChemistrymARF2005RFWVcRFZbY]SZ] 2.8 53

274 malβulatinσFxw}FmhδmiβalF‘hiπtsFπorFzaramaσnδtiβFwδtalFmomplδxδsFπromFpirstSzrinβiplδsTFJournalm
ofmPhysicalmChemistrymLettersRF2015RF]RFXWbYSb 6.4 52

273 smportanβδFoπFviαroniβFδππδβtsFonFthδFβirβularFγiβhroismFspδβtrumFoπFγimδthyloxiranδTFJournalmofm
ChemicalmPhysicsRF2005RFWXXRFXYZYV[ 3.9 52

272 ’δmpδraturδFγδpδnγδnβδFoπFβontaβtFanγFγipolarFxw}FβhδmiβalFshiπtsFinFparamaσnδtiβFmolδβulδsTF
JournalmofmChemicalmPhysicsRF2015RFWZXRFV[ZWVb 3.9 51

271
’hδorδtiβalFinvδstiσationFoπFparamaσnδtiβFxw}FshiπtsFinFtransitionFmδtalFaβδtylaβδtonatoF
βomplδxδsdFanalysisFoπFsiσnsRFmaσnituγδsRFanγFthδFrolδFoπFthδFβovalδnβyFoπFliσanγSmδtalFαonγinσTF
InorganicmChemistryRF2012RF[WRFbYZVS[W

5.1 51

270 ktomiβFβontriαutionsFπromFspinSorαitFβouplinσFtoFXc‘iFxw}FβhδmiβalFshiπtsFinFmδtallasilatranδF
βomplδxδsTFChemistrym-mAmEuropeanmJournalRF2012RFWbRFWXbVYSWY 4.8 51
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269 onhanβδmδntFoπFs}FanγF—mnFintδnsitiδsFγuδFtoFβharσδFtransπδrTFPhysicalmChemistrymChemicalmPhysicsRF
2009RFWWRFW[X]SYb 3.6 50

268 ‘pδβtralFanγFstruβturalFβharaβtδrizationFoπFamiγatδSαriγσδγFplatinumSthalliumFβomplδxδsFwithF
stronσFmδtalSmδtalFαonγsTFInorganicmChemistryRF2006RFZ[RFZ[X]SY] 5.1 50

267
malβulationFoπFβirβularFγiβhroismFspδβtraFπromFoptiβalFrotatoryFγispδrsionRFanγFviβδFvδrsaRFasF
βomplδmδntaryFtoolsFπorFthδorδtiβalFstuγiδsFoπFoptiβalFaβtivityFusinσFtimδSγδpδnγδntFγδnsityF
πunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF2006RFWX[RFWcZWWV

3.9 50

266 malβulationFoπFthδFkFtδrmFoπFmaσnδtiβFβirβularFγiβhroismFαasδγFonFtimδFγδpδnγδntSγδnsityF
πunβtionalFthδoryFsTFpormulationFanγFimplδmδntationTFJournalmofmChemicalmPhysicsRF2004RFWXVRFWVcZXS[Z 3.9 50

265 zδrioγiβFtrδnγsFinFinγirδβtFnuβlδarFspinSspinFβouplinσFtδnsorsdFrδlativistiβFγδnsityFπunβtionalF
βalβulationsFπorFintδrhaloσδnFγiatomiβsTFJournalmofmthemAmericanmChemicalmSocietyRF2002RFWXZRFZbcZScVV 16.4 50

264 knalysisFoπFyptiβalFkβtivityFinF’δrmsFoπFlonγsFanγFvonδSzairsdF’hδFoxβδptionallyFvarσδFyptiβalF
}otationFoπFxorαornδnonδTFJournalmofmChemicalmTheorymandmComputationRF2012RFbRFZYY]SZ] 6.4 48

263 malβulationFoπFthδFviαrationallyFrδsolvδγRFβirβularlyFpolarizδγFluminδsβδnβδFoπFγSβamphorquinonδF
anγFN‘R‘OStransSαδtaShyγrinγanonδTFChemPhysChemRF2010RFWWRFXZVcSW[ 3.2 48

262 malβulationFoπFstatiβFanγFγynamiβFlinδarFmaσnδtiβFrδsponsδFinFapproximatδFtimδSγδpδnγδntFγδnsityF
πunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF2007RFWX]RFVXZWVW 3.9 48

261 kFγiuraniumFβarαiγδFβlustδrFstaαilizδγFinsiγδFaFmFπullδrδnδFβaσδTFNaturemCommunicationsRF2018RFcRFXa[Y 17.4 47

260 momputationalFmoγδlinσFoπFpolyoxotunσstatδsFαyFrδlativistiβFnp’FβalβulationsFoπFNWbYO Fxw}F
βhδmiβalFshiπtsTFChemistrym-mAmEuropeanmJournalRF2006RFWXRFbZ]VSaW 4.8 47

259 knalyzinσFmolδβularFpropδrtiδsFβalβulatδγFwithFtwoSβomponδntFrδlativistiβFmδthoγsFusinσFspinSπrδδF
naturalFαonγForαitalsdFxw}FspinSspinFβouplinσFβonstantsTFJournalmofmChemicalmPhysicsRF2007RFWXaRFWXZWV] 3.9 46

258 ’imδFγδpδnγδntFγδnsityFπunβtionalFthδoryFmoγδlinσFoπFβhiroptiβalFpropδrtiδsFoπFsmallFaminoFaβiγsF
inFsolutionTFJournalmofmPhysicalmChemistrymARF2006RFWWVRFZWW[SXY 2.8 46

257 ‘inσlδSionFZπFδlδmδntFmaσnδtismdFanFaαSinitioFlookFatFvnNmy’OXNSOTFDaltonmTransactionsRF2015RFZZRFWcbb]ScVV4.3 45

256 kFquantumFβhδmiβalFapproaβhFtoFthδFγδsiσnFoπFβhiralFnδσativδFinγδxFmatδrialsTFOpticsmExpressRF2007RF
W[RF[aYVSZW 3.3 45

255 kFγδnsityFπunβtionalFstuγyFoπFthδFWYmFxw}FβhδmiβalFshiπtsFinFπunβtionalizδγFsinσlδSwallδγFβarαonF
nanotuαδsTFJournalmofmthemAmericanmChemicalmSocietyRF2007RFWXcRFZZYVSc 16.4 45

254
‘olvδntFδππδβtsFonFWc[ztFanγFXV[’lFxw}FβhδmiβalFshiπtsFoπFthδFβomplδxδsFöNxmO[ztSS’lNmxOnünSF
NngVSYORFanγFöNxmO[ztSS’lSSztNmxO[üYSFstuγiδγFαyFrδlativistiβFγδnsityFπunβtionalFthδoryTFChemistrym-mAm
EuropeanmJournalRF2004RFWVRFX[bWSc

4.8 45

253 ynFthδForiσinFoπFthδFoptiβalFaβtivityFinFthδFγSγFtransitionFrδσionFoπFtrisSαiγδntatδFmoNsssOFanγF}hNsssOF
βomplδxδsTFInorganicmChemistryRF2003RFZXRFbcVXSWV 5.1 45

252 –nγδrstanγinσFanγFmontrollinσFthδFomissionFlriσhtnδssFanγFmolorFoπFwolδβularFmδriumF
vuminophorδsTFJournalmofmthemAmericanmChemicalmSocietyRF2018RFWZVRFZ[bbSZ[c[ 16.4 44
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251 nδnsityFpunβtionalF‘tuγyFoπFthδFWYmFxw}FmhδmiβalF‘hiπtsFinF‘inσlδS allδγFmarαonFxanotuαδsFwithF
‘tonδâ�� alδsFnδπδβtsTFJournalmofmPhysicalmChemistrymCRF2008RFWWXRFWWaZZSWWa[V 3.8 44

250
malβulationFoπFthδFmaσnδtiβFβirβularFγiβhroismFlFtδrmFπromFthδFimaσinaryFpartFoπFthδF—δrγδtF
βonstantFusinσFγampδγFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF
2007RFWXaRFXZZWVX

3.9 43

249 xw}FpropδrtiδsFoπFplatinumSSthalliumFαonγδγFβomplδxδsdFanalysisFoπFrδlativistiβFγδnsityFπunβtionalF
thδoryFrδsultsTFMagneticmResonanceminmChemistryRF2004RFZXF‘pδβFnoRF‘ccS‘WW] 2.1 43

248
—ariationalFvδrsusFzδrturαationalF’rδatmδntFoπF‘pinSyrαitFmouplinσFinF}δlativistiβFnδnsityF
punβtionalFmalβulationsFoπFolδβtroniβFσFpaβtorsdFoππδβtsFπromF‘pinSzolarizationFanγFoxaβtFoxβhanσδTF
JournalmofmChemicalmTheorymandmComputationRF2013RFcRFWV[XS]a

6.4 42

247 kppliβationFoπFmaσnδtiβallyFpδrturαδγFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryFtoFmaσnδtiβF
βirβularFγiβhroismTFssTFmalβulationFoπFkFtδrmsTFJournalmofmChemicalmPhysicsRF2008RFWXbRFXYZWVX 3.9 41

246 malβulationFoπFthδF’δrmFoπFwaσnδtiβFmirβularFniβhroismTFkF’imδSnδpδnγδntFnδnsityFpunβtionalF
’hδoryFkpproaβhTFJournalmofmChemicalmTheorymandmComputationRF2007RFYRFZYZSZa 6.4 41

245
kFthδorδtiβalFstuγyFoπFthδFxw}FspinSspinFβouplinσFβonstantsFoπFthδFβomplδxδsF
öNxmON[OztS’lNmxONnOüNnSOFNnFgFVSYOFanγFöNxmON[OztS’lSztNmxON[OüNYSOdFaFlδssonFonFδnvironmδntalFδππδβtsTF
JournalmofmthemAmericanmChemicalmSocietyRF2003RFWX[RFWY[b[ScY

16.4 41

244 ’hδorδtiβalFstuγiδsFoπFsurπaβδFδnhanβδγFhypδrS}amanFspδβtrosβopydFthδFβhδmiβalFδnhanβδmδntF
mδβhanismTFJournalmofmChemicalmPhysicsRF2010RFWYYRFV[ZWVY 3.9 40

243 olδβtroniβFstruβturδFanγFβirβularFγiβhroismFoπFtrisNαipyriγylOFmδtalFβomplδxδsFwithinFγδnsityF
πunβtionalFthδoryTFInorganicmChemistryRF2010RFZcRFWY[[S]X 5.1 40

242 wδtallahδliβδnδsdFoasilyFkββδssiαlδFrδliβδnδFnδrivativδsFwithFvarσδFanγF’unaαlδFmhiroptiβalF
zropδrtiδsTFAngewandtemChemieRF2010RFWXXRFWVYSWV] 3.6 40

241
kαFsnitioFanγFnδnsityFpunβtionalF’hδoryFwoγδlinσFoπFthδFmhiroptiβalF}δsponsδFoπFqlyβinδFanγF
klaninδFinF‘olutionF–sinσFoxpliβitF‘olvationFanγFwolδβularFnynamiβsTFJournalmofmChemicalmTheorymandm
ComputationRF2008RFZRFWcVXSWZ

6.4 40

240 kppliβationFoπFmaσnδtiβallyFpδrturαδγFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryFtoFmaσnδtiβF
βirβularFγiβhroismdFβalβulationFoπFlFtδrmsTFJournalmofmChemicalmPhysicsRF2008RFWXbRFWZZWV[ 3.9 40

239 ’hδFaββuraβyFoπFhypδrπinδFintδσralsFinFrδlativistiβFxw}FβomputationsFαasδγFonFthδFzδrothSorγδrF
rδσularFapproximationTFTheoreticalmChemistrymAccountsRF2004RFWWXRF[XS[a 1.9 40

238 woγulationFoπFβirβularlyFpolarizδγFluminδsβδnβδFthrouσhFδxβitδγSstatδFsymmδtryFαrδakinσFanγF
intδrαranβhδγFδxβitonFβouplinσFinFhδliβalFpushSpullForσaniβFsystδmsTFChemicalmScienceRF2020RFWWRF[]aS[a] 9.4 40

237 waσnδtiβFrδsonanβδFpropδrtiδsFoπFaβtinylFβarαonatδFβomplδxδsFanγFplutonylN—sOStrisSnitratδTF
InorganicmChemistryRF2014RF[YRFb[aaScX 5.1 39

236 ’ransuraniβFryαriγFwatδrialsdFmrystalloσraphiβFanγFmomputationalFwδtriβsFoπF‘upramolδβularF
kssδmαlyTFJournalmofmthemAmericanmChemicalmSocietyRF2017RFWYcRFWVbZYSWVb[[ 16.4 39

235 woγδlinσFoπFthδFmhiroptiβalF}δsponsδFoπFmhiralFkminoFkβiγsFinF‘olutionF–sinσFoxpliβitF‘olvationFanγF
wolδβularFnynamiβsTFJournalmofmChemicalmTheorymandmComputationRF2009RF[RFWV[WS]V 6.4 39

234 smpaβtFoπFthδFuohnS‘hamFnδloβalizationForrorFonFthδFZπF‘hδllFvoβalizationFanγFzopulationFinF
vanthaniγδFmomplδxδsTFJournalmofmChemicalmTheorymandmComputationRF2016RFWXRFYWVcSXW 6.4 38
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233 }uthδniumSqraπtδγF—inylhδliβδnδsdFmhiroptiβalFzropδrtiδsFanγF}δγoxF‘witβhinσTFChemistrym-mAm
EuropeanmJournalRF2015RFXWRFWaWVVSW[ 4.8 38

232
}δlativistiβFnδnsityFpunβtionalFmalβulationsFoπFrypδrπinδFmouplinσFwithF—ariationalFvδrsusF
zδrturαationalF’rδatmδntFoπF‘pinSyrαitFmouplinσTFJournalmofmChemicalmTheorymandmComputationRF
2013RFcRFWcYXSZb

6.4 38

231
‘βalarF}δlativistiβFmomputationsFoπFxuβlδarFwaσnδtiβF‘hiδlγinσFanγFσS‘hiπtsFwithFthδF·δrothSyrγδrF
}δσularFkpproximationFanγF}anσδS‘δparatδγFryαriγFnδnsityFpunβtionalsTFJournalmofmChemicalm
TheorymandmComputationRF2011RFaRFYXabScX

6.4 38

230
’woSβomponδntFrδlativistiβFγδnsityFπunβtionalFmδthoγFπorFβomputinσFnonsinσularFβomplδxFlinδarF
rδsponsδFoπFmolδβulδsFαasδγFonFthδFzδrothForγδrFrδσularFapproximationTFJournalmofmChemicalm
PhysicsRF2009RFWYVRFWcZWVX

3.9 38

229 ’hδFrolδsFoπFZπSFanγF[πSorαitalsFinFαonγinσdFaFmaσnδtoβhδmiβalRFβrystalFπiδlγRFγδnsityFπunβtionalF
thδoryRFanγFmultiSrδπδrδnβδFwavδπunβtionFstuγyTFDaltonmTransactionsRF2016RFZ[RFWW[VbSXW 4.3 37

228
momputationalFstuγyFanγFmolδβularForαitalFanalysisFoπFxw}FshiδlγinσRFspinSspinFβouplinσRFanγF
δlδβtriβFπiδlγFσraγiδntsFoπFaziγoFplatinumFβomplδxδsTFJournalmofmthemAmericanmChemicalmSocietyRF2012
RFWYZRFWYYaZSb[

16.4 37

227 kssδmαlyFoπFhδliβδnδSβappδγFxRzRxRzRxShδliβanγsFwithinFmuNsOFhδliβatδsdFimpaβtinσFβhiroptiβalF
propδrtiδsFαyFliσanγSliσanγFβharσδFtransπδrTFAngewandtemChemiem-mInternationalmEditionRF2013RF[XRFWc]bSaX16.4 37

226 momputationFoπFyptiβalF}otationFusinσF’imδâ��nδpδnγδntFnδnsityFpunβtionalF’hδoryTFComputingm
LettersRF2007RFYRFWYWSW[V 37

225
‘tuγyFoπFstatiβFanγFγynamiβFπirstFhypδrpolarizaαilitiδsFusinσFtimδSγδpδnγδntFγδnsityFπunβtionalF
quaγratiβFrδsponsδFthδoryFwithFloβalFβontriαutionFanγFnaturalFαonγForαitalFanalysisTFJournalmofm
ChemicalmPhysicsRF2006RFWX[RFXYZWVW

3.9 37

224
·δroSpointFβorrδβtionsFanγFtδmpδraturδFγδpδnγδnβδFoπFrnFspinSspinFβouplinσFβonstantsFoπFhδavyF
mδtalFhyγriγδFanγFγihyγroσδnFβomplδxδsFβalβulatδγFαyFviαrationalFavδraσinσTFJournalmofmthem
AmericanmChemicalmSocietyRF2006RFWXbRFWVV]VSaX

16.4 37

223 ’hδorδtiβalFinvδstiσationFoπFthδFapparδntlyFirrδσularFαδhaviorFoπFptSptFnuβlδarFspinSspinFβouplinσF
βonstantsTFJournalmofmthemAmericanmChemicalmSocietyRF2003RFWX[RFWVXbSYX 16.4 37

222 olδβtroniβFlanγF‘hapδsFmalβulatδγFwithFyptimallyF’unδγF}anσδS‘δparatδγFryαriγFpunβtionalsTF
JournalmofmChemicalmTheorymandmComputationRF2014RFWVRFZ[ccS]Vb 6.4 36

221 onantiopurδFmyβloiriγiatδγFmomplδxδsFlδarinσFaFzδntahδliβδniβFxSrδtδroβyβliβFmarαδnδFanγF
nisplayinσFvonσSvivδγFmirβularlyFzolarizδγFzhosphorδsβδnβδTFAngewandtemChemieRF2017RFWXcRFbYZbSbY[W3.6 35

220 qiantFparaγayF}otationFinFwδsoσδniβFyrσaniβFwolδβulδsTFChemistrymofmMaterialsRF2013RFX[RFWWYcSWWZY 9.6 35

219 yrαitalsdF‘omδFpiβtionFanγF‘omδFpaβtsTFJournalmofmChemicalmEducationRF2012RFbcRFWVYXSWVZV 2.4 35

218 }hoγiumNssOSmatalyzδγFmrossSmouplinσFoπFniazoFmompounγsTFAngewandtemChemieRF2011RFWXYRFX[cXSX[c] 3.6 35

217 olδβtriβFpiδlγFqraγiδntsFmalβulatδγFπromF’woSmomponδntFryαriγFnδnsityFpunβtionalF’hδoryF
snβluγinσF‘pinSyrαitFmouplinσTFJournalmofmChemicalmTheorymandmComputationRF2010RF]RFX]]cSb] 6.4 35

216 momputationalFmoγδlinσFoπFthδFoptiβalFrotationFoπFaminoFaβiγsdFaFnδwFlookFatFanFolγFrulδFπorFprF
γδpδnγδnβδFoπFoptiβalFrotationTFJournalmofmthemAmericanmChemicalmSocietyRF2008RFWYVRFZZVZSWZ 16.4 35
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215 ’δmpδraturδFγδpδnγδnβδFoπFthδFoptiβalFrotationFoπFπδnβhonδFβalβulatδγFαyFviαrationalFavδraσinσTF
JournalmofmPhysicalmChemistrymARF2006RFWWVRFWWYbWSY 2.8 35

214 woγδlinσFoπFhδavySatomSliσanγFxw}FspinSspinFβouplinσFinFsolutiondFmolδβularFγynamiβsFstuγyFanγF
naturalFαonγForαitalFanalysisFoπFrσSmFβouplinσFβonstantsTFChemistrym-mAmEuropeanmJournalRF2011RFWaRFW]WSaY4.8 34

213 kFpraσmatiβFrδβipδFπorFthδFtrδatmδntFoπFhinγδrδγFrotationsFinFthδFviαrationalFavδraσinσFoπF
molδβularFpropδrtiδsTFChemPhysChemRF2008RFcRFW[cSaV 3.2 34

212 malβulationFoπFrδavySxuβlδusFmhδmiβalF‘hiπtsTF}δlativistiβFkllSolδβtronFwδthoγsF2004RFXXaSXZa 34

211
qiantFspinSorαitFδππδβtsFonFrFanγFmFxw}FshiπtsFπorFuraniumNviOFβomplδxδsFrδvisitδγdFrolδFoπFthδF
δxβhanσδSβorrδlationFrδsponsδFkδrnδlRFαonγinσFanalysδsRFanγFnδwFprδγiβtionsTFPhysicalmChemistrym
ChemicalmPhysicsRF2016RFWbRFYVZ]XSYVZaZ

3.6 33

210 rδliβδnδSσraπtδγFvinylSFanγFβarαδnδSosmiumFβomplδxδsdFanFδxamplδFoπFaβiγSαasδFβhiroptiβalF
switβhinσTFChemicalmCommunicationsRF2014RF[VRFXb[ZS] 5.8 33

209 WccrσF‘hiδlγinσF’δnsorFinFwδthylmδrβuryFraliγδsdFFxw}FoxpδrimδntsFanγF·y}kFnp’FmalβulationsTF
JournalmofmPhysicalmChemistrymARF2002RFWV]RFcYWYScYWb 2.8 33

208 onσaσinσFthδF’δrminaldFzromotinσFraloσδnFlonγinσFsntδraβtionsFwithF–ranylFyxoFktomsTFChemistrym
-mAmEuropeanmJournalRF2017RFXYRFW[Y[[SW[Y]c 4.8 32

207 mhiroptiβalFpropδrtiδsFoπFβarαoö]ühδliβδnδFγδrivativδsFαδarinσFδxtδnγδγFˇ�SβonjuσatδγFβyanoF
suαstituδntsTFChiralityRF2013RFX[RFZ[[S][ 2.1 31

206 kFthδorδtiβalFstuγyFoπFthδFlarσδFrσSrσFspinSspinFβouplinσFβonstantsFinFrσNXONXQORFrσNYONXQORFanγF
rσNXONXQOSβrownFδthδrFβomplδxδsTFJournalmofmthemAmericanmChemicalmSocietyRF2003RFWX[RFZcYaSZX 16.4 31

205 ’imδFγδpδnγδntFγδnsityFπunβtionalFthδoryFmoγδlinσFoπFspδβiπiβFrotationFanγFoptiβalFrotatoryF
γispδrsionFoπFthδFaromatiβFaminoFaβiγsFinFsolutionTFJournalmofmPhysicalmChemistrymARF2006RFWWVRFWXcVbSWa 2.8 30

204 mirβularFγiβhroismFspδβtrumFoπFömoNδnOYüYQFinFwatδrdFkFγisβrδtδFsolvδntFrδaβtionFπiδlγFstuγyTF
InternationalmJournalmofmQuantummChemistryRF2006RFWV]RFXZacSXZbb 2.1 30

203 }δlativistiβFmalβulationsFoπF‘pinâ��‘pinFmouplinσFmonstantsFoπFrδavyFxuβlδiF2004RFXZcSX]Z 30

202 ’hδFunδxpδβtδγFrolδsFoπFˇ�FanγFˇ�ForαitalsFinFδlδβtronFγonorFanγFaββδptorFσroupFδππδβtsFonFthδFmF
xw}FβhδmiβalFshiπtsFinFsuαstitutδγFαδnzδnδsTFChemicalmScienceRF2017RFbRF][aVS][a] 9.4 29

201
kppliβationFoπFmaσnδtiβallyFpδrturαδγFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryFtoFmaσnδtiβF
βirβularFγiβhroismTFsssTF’δmpδraturδSγδpδnγδntFmaσnδtiβFβirβularFγiβhroismFinγuβδγFαyFspinSorαitF
βouplinσTFJournalmofmChemicalmPhysicsRF2008RFWXcRFWVZWV[

3.9 29

200 kαFinitioFβalβulationFoπFthδFmUnFratioFoπFmaσnδtiβFβirβularFγiβhroismTFJournalmofmChemicalmPhysicsRF
2005RFWXXRFVcZWWX 3.9 29

199 –sδFoπFxFxw}FspδβtrosβopyFtoFproαδFβovalδnβyFinFaFthoriumFnitriγδTFChemicalmScienceRF2019RFWVRF]ZYWS]ZY]9.4 28

198
vonσSvivδγFmirβularlyFzolarizδγFzhosphorδsβδnβδFinFrδliβδnδSxrmF}hδniumNsOFmomplδxδsdF’hδF
snπluδnβδFoπFrδliβδnδRFraloσδnRFanγF‘tδrδoβhδmistryFonFomissionFzropδrtiδsTFAngewandtemChemiem-m
InternationalmEditionRF2020RF[cRFbYcZSbZVV

16.4 28

(2020-2006)
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197
uohnS‘hamFβalβulationsFoπFxw}FshiπtsFπorFparamaσnδtiβFYγFmδtalFβomplδxδsdFprotoβolsRF
γδloβalizationFδrrorRFanγFthδFβuriousFamiγδFprotonFshiπtsFoπFaFhiσhSspinFironNiiOFmaβroβyβlδFβomplδxTF
PhysicalmChemistrymChemicalmPhysicsRF2016RFWbRFXWV[WS]b

3.6 28

196 kFγδnsityFπunβtionalFstuγyFoπFthδFWYmFxw}FβhδmiβalFshiπtsFinFπluorinatδγFsinσlδSwallδγFβarαonF
nanotuαδsTFJournalmofmPhysicalmChemistrymARF2009RFWWYRFZWWaSXZ 2.8 28

195 nδtδrmininσFthδFniamδtδrFoπFpunβtionalizδγF‘inσlδS allδγFmarαonFxanotuαδsFwithFWYmFxw}dFkF
’hδorδtiβalF‘tuγyTFJournalmofmPhysicalmChemistrymCRF2008RFWWXRFcX]aScXaW 3.8 28

194 wδβhanistiβFstuγiδsFoπF–—FassistδγFöZFQFXüFβyβloaγγitionsFinFsynthδtiβFδππortsFtowarγFviαsaninFoTF
JournalmofmthemAmericanmChemicalmSocietyRF2007RFWXcRFWVa]YSaX 16.4 28

193 ’δmpδraturδFγδpδnγδnβδFoπFthδFoptiβalFrotationFinFsixFαiβyβliβForσaniβFmolδβulδsFβalβulatδγFαyF
viαrationalFavδraσinσTFChemPhysChemRF2007RFbRF]V[SW] 3.2 28

192 niastδrδoSFanγFδnantiosδlδβtivδFsynthδsisFoπForσanomδtalliβFαisNhδliβδnδOsFαyFaFβomαinationFoπFmSrF
aβtivationFanγFγynamiβFisomδrizationTFChemistrym-mAmEuropeanmJournalRF2013RFWcRFW]aXXSb 4.8 27

191
malβulationFoπFoptiβalFrotatoryFγispδrsionFanγFδlδβtroniβFβirβularFγiβhroismFπorFtrisSαiγδntatδFσroupsF
bFanγFcFmδtalFβomplδxδsRFwithFδmphasisFonFδxβitonFβouplinσTFJournalmofmPhysicalmChemistrymARF2011RF
WW[RFX]Y[SZc

2.8 27

190 niuraniumNs—OFmarαiγδFmlustδrF–mF‘taαilizδγFsnsiγδFpullδrδnδFmaσδsTFJournalmofmthemAmericanm
ChemicalmSocietyRF2019RFWZWRFXVXZcSXVX]V 16.4 27

189 kαFsnitioF‘tuγyFoπFmovalδnβyFinFthδFqrounγFvδrsusFmorδSoxβitδγF‘tatδsFanγFXSrayFkαsorptionF‘pδβtraF
oπFkβtiniγδFmomplδxδsTFJournalmofmPhysicalmChemistrymLettersRF2018RFcRF[[bYS[[cW 6.4 27

188 kFxonorthoσonalF‘tatδSsntδraβtionFkpproaβhFπorFwatrixFzroγuβtF‘tatδF avδFpunβtionsTFJournalmofm
ChemicalmTheorymandmComputationRF2016RFWXRF[bbWS[bcZ 6.4 26

187 oππδβtsFπromFspinSorαitFβouplinσFonFδlδβtronSnuβlδusFhypδrπinδFβouplinσFβalβulatδγFatFthδFrδstriβtδγF
aβtivδFspaβδFlδvδlFπorFuramδrsFγouαlδtsTFJournalmofmChemicalmTheorymandmComputationRF2015RFWWRF[YbSZc 6.4 26

186 waσnδtiβFpropδrtiδsFanγFδlδβtroniβFstruβturδsFoπFkrY–Ns—Oâ��vFmomplδxδsFwithFkrFgFm[NmrYOZrNâ��OForF
m[r[Nâ��OFanγFvFgFmrYRFxyRFanγFmlTFInorganicmChemistryRF2014RF[YRFWYWaZSba 5.1 26

185 xw}FmδasurδmδntsFanγFγδnsityFπunβtionalFβalβulationsFoπFthδFWccrσSWYmFspinSspinFβouplinσFtδnsorF
inFmδthylmδrβuryFhaliγδsTFJournalmofmPhysicalmChemistrymARF2007RFWWWRF[YZYSb 2.8 26

184 nδnsitySpunβtionalFmalβulationFoπFthδFWbY FanγFWayFxw}FmhδmiβalF‘hiπtsFπorFvarσδF
zolyoxotunσstatδsTFEuropeanmJournalmofmInorganicmChemistryRF2006RFXVV]RFWWYcSWWZb 2.3 26

183
‘tatiβFanγFγynamiβFsδβonγFhypδrpolarizaαilityFβalβulatδγFαyFtimδSγδpδnγδntFγδnsityFπunβtionalF
βuαiβFrδsponsδFthδoryFwithFloβalFβontriαutionFanγFnaturalFαonγForαitalFanalysisTFJournalmofmChemicalm
PhysicsRF2007RFWXaRFVaZWVZ

3.9 26

182 }δlativistiβFoππδβtsFonFxw}FzaramδtδrsTFSciencemandmTechnologymofmAtomicymMolecularymCondensedm
MattermandmBiologicalmSystemsRF2013RFYRF]cSWWa 25

181
zδrπormanβδFoπFβonvδntionalFanγFranσδSsδparatδγFhyαriγFγδnsityFπunβtionalsFinFβalβulationsFoπF
δlδβtroniβFβirβularFγiβhroismFspδβtraFoπFtransitionFmδtalFβomplδxδsTFJournalmofmPhysicalmChemistrymARF
2011RFWW[RFWZ]aaSb]

2.8 25

180 xw}FβomputationsFπorFβarαonFnanotuαδsFπromFπirstFprinβiplδsdFzrδsδntFstatusFanγFπuturδFγirδβtionsTF
InternationalmJournalmofmQuantummChemistryRF2009RFWVcRFYYZYSYY]a 2.1 25
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179 zaramaσnδtiβFδππδβtsFonFthδFxw}FspδβtraFoπFHγiamaσnδtiβHF
ruthδniumNαisSphosphinδONαisSsδmiquinonδOFβomplδxδsTFInorganicmChemistryRF2009RFZbRF[[VZSWW 5.1 25

178 mirβularFγiβhroismFoπFtriσonalFγihδγralFβhromiumNsssOFβomplδxδsdFaFthδorδtiβalFstuγyFαasδγFonF
opδnSshδllFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryTFInorganicmChemistryRF2008RFZaRFWW][]S]b 5.1 25

177 kF‘oliγS‘tatδFxw}RFXSrayFniππraβtionRFanγFkαFsnitioFsnvδstiσationFintoFthδF‘truβturδsFoπFxovδlF
’antalumFyxyπluoriγδFmlustδrsTFChemistrymofmMaterialsRF2008RFXVRFXXV[SXXWa 9.6 25

176 np’FmalβulationsFoπFthδFWbY Fxw}FmhδmiβalF‘hiπtsFinF}δγuβδγFzolyoxotunσstatδsTFEuropeanm
JournalmofmInorganicmChemistryRF2006RFXVV]RFWWZcSWW[Z 2.3 25

175 }δlativistiβFδlδβtronFγδnsitiδsFinFthδFπourSβomponδntFniraβFrδprδsδntationFanγFinFthδF
twoSβomponδntFpiβturδTFTheoreticalmChemistrymAccountsRF2000RFWVZRFbXSbb 1.9 25

174 wolδβularFγynamiβsFβomputationalFstuγyFoπFthδFWccrσSWccrσFxw}FspinSspinFβouplinσFβonstantsFoπF
örσSrσSrσüXQFinF‘yXFsolutionTFJournalmofmthemAmericanmChemicalmSocietyRF2007RFWXcRFWWVcYSc 16.4 24

173 kβhiδvinσFhiσhFβirβularlyFpolarizδγFluminδsβδnβδFwithFpushSpullFhδliβδniβFsystδmsdFπromFrationalizδγF
γδsiσnFtoFtopSδmissionFmzSyvonFappliβationsTFChemicalmScienceRF2021RFWXRF[[XXS[[YY 9.4 24

172 yrαitalsFπorFknalyzinσFlonγinσFanγFwaσnδtismFoπFrδavySwδtalFmomplδxδsTFCommentsmonmInorganicm
ChemistryRF2016RFY]RFXW[SXZZ 3.9 23

171
}δlativistiβFhyαriγFγδnsityFπunβtionalFβalβulationsFoπFinγirδβtFnuβlδarFspinâ��spinFβouplinσFtδnsorsFâ��F
momparisonFwithFδxpδrimδntFπorFγiatomiβFalkaliFmδtalFhaliγδsRTFCanadianmJournalmofmChemistryRF2009RF
baRFcXaScZW

0.9 23

170 viσanγFxw}FmhδmiβalF‘hiπtFmalβulationsFπorFzaramaσnδtiβFwδtalFmomplδxδsdF[πFvsF[πFkβtiniγδsTF
JournalmofmChemicalmTheorymandmComputationRF2016RFWXRF[YVcS[YXW 6.4 23

169 ’hδFhaloσδnFδππδβtFonFthδFmFxw}FβhδmiβalFshiπtFinFsuαstitutδγFαδnzδnδsTFPhysicalmChemistrym
ChemicalmPhysicsRF2018RFXVRFWWXZaSWWX[c 3.6 22

168 olδβtroniβFanγFβhiroptiβalFpropδrtiδsFoπFβhiralFβyβloiriγiatδγFβomplδxδsFαδarinσFhδliβδniβFxrmF
liσanγsTFChemicalmCommunicationsRF2016RF[XRFcXZYS] 5.8 22

167 xw}FtSβouplinσFβonstantsFinFβisplatinFγδrivativδsFstuγiδγFαyFmolδβularFγynamiβsFanγFrδlativistiβF
np’TFChemPhysChemRF2011RFWXRFWZZbS[[ 3.2 22

166 kFxδwF}δaβtionFπorFyrσanosδlδniumFmompounγsdFklkylF’ransπδrFπromFniorσanosδlδniumNs—OF
niαromiγδsFtoFklkδnoiβFkβiγsF’oFqivδF˛‡SFanγF˛·SvaβtonδsTFOrganometallicsRF2009RFXbRFYZX]SYZY] 3.8 22

165 sronFklkynylFrδliβδnδsdF}δγoxS’riσσδrδγFmhiroptiβalF’uninσFinFthδFs}FanγFxδarSs}F‘pδβtralF}δσionsF
anγF‘uitaαlδFπorF’δlδβommuniβationsFkppliβationsTFAngewandtemChemieRF2016RFWXbRFbWcZSbWcb 3.6 22

164 knFinvδstiσationFoπFβhlorinδFliσanγsFinFtransitionSmδtalFβomplδxδsFviaF´‡â�µmlFsoliγSstatδFxw}FanγF
γδnsityFπunβtionalFthδoryFβalβulationsTFInorganicmChemistryRF2014RF[YRFc[bWSca 5.1 21

163 ’imδSγδpδnγδntFγδnsityFπunβtionalFthδoryFappliδγFtoFliσanγSπiδlγFδxβitationsFanγFthδirFβirβularF
γiβhroismFinFsomδFtransitionFmδtalFβomplδxδsTFChemicalmPhysicsRF2011RFYcWRFcXSWVV 2.3 21

162 wolδβularForαitalFanalysisFoπFthδFinvδrsδFhaloσδnFγδpδnγδnβδFoπFnuβlδarFmaσnδtiβFshiδlγinσFinFvaXâ��RF
XFgFpRFmlRFlrRFsTFMagneticmResonanceminmChemistryRF2010RFZbF‘upplFWRF‘a]Sb[ 2.1 21

(2010-2009)
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161 ‘pirooxazinδSαasδγFmultiπunβtionalFmolδβularFswitβhδsFwithFtunaαlδFphotoβhromismFanγFnonlinδarF
optiβalFrδsponsδTFJournalmofmMaterialsmChemistrymCRF2013RFWRF[aac 7.1 20

160 ‘oliγSstatδFxw}FspδβtrosβopiβFstuγyFoπFβoorγinationFβompounγsFoπFXδpNXOFwithFmδtalFβationsFanγF
thδFβrystalFstruβturδFoπFölaNXδpNXOON[OüökspN]OüNXOTFInorganicmChemistryRF2007RFZ]RF]V]cSaa 5.1 20

159
nδnsityFpunβtionalF‘tuγyFoπFrSnFmouplinσFmonstantsFinFrδavyFwδtalFnihyγroσδnFanγFnihyγriγδF
momplδxδsdFF’hδF}olδFoπFqδomδtryRF‘pinSyrαitFmouplinσRFanγFqraγiδntFmorrδβtionsFinFthδF
oxβhanσδSmorrδlationFuδrnδlTFJournalmofmChemicalmTheorymandmComputationRF2005RFWRF]VWSWW

6.4 20

158
kxiallyFanγFrδliβallyFmhiralFmationiβF}aγiβalFliβarαazolδsdF‘ywySrywyFvδvδlFsnvδrsionFanγFmhiralityF
smpaβtFonFthδF‘taαilityFoπFwonoSFanγFniraγiβalFmationsTFJournalmofmthemAmericanmChemicalmSocietyRF
2020RF

16.4 20

157 varσδS‘βalδF‘ynthδsisFoπFrδliβδnδSvikδFwolδβulδsFπorFthδFnδsiσnFoπFonantiopurδF’hinFpilmsFwithF
‘tronσFmhiroptiβalFkβtivityTFChemistrym-mAmEuropeanmJournalRF2016RFXXRFYYYYSYYZ] 4.8 20

156 vowS‘pinFpδNsssOFwaβroβyβliβFmomplδxδsFoπFsmiγazolδSkppδnγδγFWRZRaS’riazaβyβlononanδFasF
zaramaσnδtiβFzroαδsTFInorganicmChemistryRF2018RF[aRFbY]ZSbYaZ 5.1 20

155
}δγoxSkβtivδFmhiroptiβalF‘witβhinσFinFwonoSFanγFlisSsronFothynylβarαoö]ühδliβδnδsF‘tuγiδγFαyF
olδβtroniβFanγF—iαrationalFmirβularFniβhroismFanγF}δsonanβδF}amanFyptiβalFkβtivityTFChemistrym-mAm
EuropeanmJournalRF2018RFXZRFW[V]aSW[Vac

4.8 19

154
rδliβδnδsFqraπtδγFwithFWRWRZRZS’δtraβyanoαutaγiδnδFwoiδtiδsdFˇ�SrδliβalFzushSzullF‘ystδmsFwithF
‘tronσFolδβtroniβFmirβularFniβhroismFanγF’woSzhotonFkαsorptionTFChemistrym-mAmEuropeanmJournalRF
2018RFXZRFWZZbZSWZZcZ

4.8 19

153 waσnδtiβFβirβularFγiβhroismFoπF–mlFinFthδFliσanγStoSmδtalFβharσδStransπδrFspδβtralFrδσionTFPhysicalm
ChemistrymChemicalmPhysicsRF2017RFWcRFWaYVVSWaYWY 3.6 19

152 ’imδSγδpδnγδntFγδnsityFπunβtionalFmδthoγsFπorFsurπaβδFδnhanβδγF}amanFsβattδrinσFN‘o}‘OF
stuγiδsTFComputationalmandmTheoreticalmChemistryRF2012RFcbaRFYXSZW 2 19

151 {uaγrupolarFxw}F‘pinF}δlaxationFmalβulatδγF–sinσFkαFsnitioFwolδβularFnynamiβsdFqroupFWFanγF
qroupFWaFsonsFinFkquδousF‘olutionTFJournalmofmChemicalmTheorymandmComputationRF2013RFcRFZVaZSb] 6.4 19

150 ‘ynthδsisFanγFδvaluationFoπFtδtraβyβlinδFimprintδγFxδroσδlsdFβomparisonFoπFδxpδrimδntFanγF
βomputationalFmoγδlinσTFAnalyticamChimicamActaRF2011RF]bZRF]YSaW 6.6 19

149 zuzzlinσFvaβkFoπF’δmpδraturδFnδpδnγδnβδFoπFthδFzuyFwaσnδtiβF‘usβδptiαilityFoxplainδγFkββorγinσF
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147 romolδptiβFkrylFmomplδxδsFoπF–raniumFNs—OTFAngewandtemChemiem-mInternationalmEditionRF2019RF[bRFWVX]]SWVXaV16.4 18
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‘trδnσthFoπFthδFwδtalSh‘iliβonFsntδraβtionTFAngewandtemChemieRF2011RFWXYRFX]cSXaY 3.6 17
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122
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invδstiσationTFChemistrym-mAmEuropeanmJournalRF2005RFWWRFW]aaSb] 4.8 12
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nδrivationFoπFthδF}zkFN}anγomFzhasδFkpproximationOFoquationFoπFk’nnp’FNkγiaαatiβF’imδF
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