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k Paper IF Citations

376 movalδnβyFinFaβtiniγδNivOFhδxaβhloriγδsFinFrδlationFtoFthδFβhlorinδFuSδγσδFXSrayFaαsorptionF
struβturδTTFChemicalmScienceRF2022RFWYRFYWcZSYXVa 9.4 3

375 momparativδF‘tuγyFoπF—iαrationalF}amanFyptiβalFkβtivityFwithFniππδrδntF’imδSnδpδnγδntFnδnsityF
punβtionalFkpproximationsdF’hδF—}ykY]FnataαasδTTFJournalmofmPhysicalmChemistrymARF2022RFWX]RFXcVcSXcXa2.8 1

374 yptiβalFkβtivityFoπF‘pinSporαiγγδnFolδβtroniβF’ransitionsFinFwδtalFmomplδxδsFπromF’imδSnδpδnγδntF
nδnsityFpunβtionalF’hδoryFwithF‘pinSyrαitFmouplinσTTFChemistryOpenRF2022RFWWRFδXVXXVVVXV 2.3 1

373
movalδnβyFoπF’rivalδntFkβtiniγδFsonsFwithFniππδrδntFnonorFviσanγsdFnoFnδnsityFpunβtionalFanγF
wultiβonπiσurationalF avδπunβtionFmalβulationsFmorroαoratδFthδFyαsδrvδγFHlrδaksHiTFInorganicm
ChemistryRF2021RF]VRFWaaZZSWaa[a

5.1 3

372 ‘pinSyrαitFxaturalF’ransitionFyrαitalsFanγF‘pinSporαiγγδnF’ransitionsTFJournalmofmChemicalmTheorym
andmComputationRF2021RF 6.4 2

371 ‘ynthδsisFanγFδlδβtroniβFstruβturδFanalysisFoπFthδFaβtiniγδFallδnyliγδnδsRFö{Nx}O}knNmmmzhOüFNknFgF–RF
’heF}FgF‘iwδOTFChemicalmScienceRF2021RFWXRFWZYbYSWZYbb 9.4 1

370 vuminδsβδntFmhiralFoxβiplδxδsFwithF‘kySlluδFanγFqrδδnFmirβularlyFzolarizδγS’hδrmallyFkβtivatδγF
nδlayδγFpluorδsβδnβδTFChemistrym-mAmEuropeanmJournalRF2021RFXaRFW][V[SW][WW 4.8 2

369 ssolationFanγFβharaβtδrizationFoπFaFβovalδntFmδSkrylFβomplδxFwithFanFanomalousFmFβhδmiβalFshiπtTF
NaturemCommunicationsRF2021RFWXRFWaWY 17.4 7

368 zroαinσFwultiβonπiσurationalF‘tatδsFαyF‘pδβtrosβopydF’hδFmδriumFXk‘FvFSδγσδFzuzzlδTFChemistrym-mAm
EuropeanmJournalRF2021RFXaRFaXYcSaX[W 4.8 7

367 zroαinσFwultiβonπiσurationalF‘tatδsFαyF‘pδβtrosβopydF’hδFmδriumFXk‘FvFSδγσδFzuzzlδTFChemistrym-mAm
EuropeanmJournalRF2021RFXaRFaWbb 4.8 1

366 ‘ynthδsisFanγFzropδrtiδsFoπFzartiallyF‘aturatδγFpluorδnylSnδrivδγFönürδliβδnδsFpδaturinσFanF
yvδrβrowγδγFklkδnδTFChemistrym-mAmEuropeanmJournalRF2021RFXaRFaaXXSaaYV 4.8 1

365 —aliγationFoπFmiβrosβopiβFmaσnδtoβhiralFγiβhroismFthδoryTFSciencemAdvancesRF2021RFaRF 14.3 4

364  hyFisFthδFonδrσyFoπFthδF‘inσlyFyββupiδγFyrαitalFinF‘omδF}aγiβalsFαδlowFthδFriσhδstFyββupiδγF
yrαitalFonδrσyiTFChemistrymofmMaterialsRF2021RFYYRFY]abSY]cW 9.6 7

363 –nvδilinσFthδFβatalytiβFδππδβtsFoπFlrˆ‚nstδγFaβiγiβFioniβFliquiγFonFquantitativδF˛–SσluβosδFβonvδrsionF
toF[SrwpdFoxpδrimδntalFanγFβomputationalFstuγiδsTFRenewablemEnergyRF2021RFWaWRFYbYSYcV 8.1 5

362 ‘ynthδsisFanγFmharaβtδrizationFoπF’woF–ranylSkrylFHktδHFmomplδxδsTFChemistrym-mAmEuropeanmJournal
RF2021RFXaRF[bb[S[bbc 4.8 8

361
kxialFanγFhδliβalFthδrmallyFaβtivatδγFγδlayδγFπluorδsβδnβδFαiβarαazolδFδmittδrsdFoppositδF
moγulationFoπFβirβularlyFpolarizδγFluminδsβδnβδFthrouσhFintramolδβularFβharσδStransπδrFγynamiβsTF
JournalmofmMaterialsmChemistrymCRF2021RFcRFWWcV[SWWcWZ

7.1 3

360 —alδnβδSshδllFphotoδlδβtronFβirβularFγiβhroismFoπFruthδniumNsssOStrisSNaβδtylaβδtonatoOFσasSphasδF
δnantiomδrsTFPhysicalmChemistrymChemicalmPhysicsRF2021RFXYRFXZWZVSXZW[Y 3.6 3
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359 molδβularFγynamiβsFstuγyFoπFsoγiumFxw}FβhδmiβalFshiπtsFinFthδFmδthylaminδFsolutionFoπFöxaF
öXTXTXüβryptanγFxaüTFPhysicalmChemistrymChemicalmPhysicsRF2021RFXYRFYYcSYZ] 3.6 3

358 oxβitonFβouplinσFβhiralityFinFhδliβδnδSporphyrinFβonjuσatδsTFChemicalmCommunicationsRF2021RF[aRFWVaZYSWVaZ]5.8 3

357
‘olvδntFδππδβtFonFthδFztFxw}FpropδrtiδsFinFpyriγonatδSαriγσδγFztFγinuβlδarFβomplδxFγδrivativδsF
invδstiσatδγFαyFaαFinitioFmolδβularFγynamiβsFanγFloβalizδγForαitalFanalysisTFPhysicalmChemistrym
ChemicalmPhysicsRF2021RFXYRFWXb]ZSWXbbV

3.6 1

356
momputationalFmδβhanistiβFstuγiδsFoπFthδFβarαonâ��βarαonFγouαlδFαonγFγiπunβtionalizationFviaF
δpoxiγationFanγFsuαsδquδntFaminolysisFinFvδσδtaαlδFoilsTFInternationalmJournalmofmQuantumm
ChemistryRF2021RFWXWRFδX]]Vc

2.1

355 romolδptiβFzδrβhlorophδnylFHktδHFmomplδxδsFoπF’horiumNs—OFanγF–raniumNs—OTFInorganicmChemistryRF
2021RF]VRFWXZY]SWXZZZ 5.1 3

354 –mxjN]OSmdFknFonβapsulatδγF’rianσularF–mxFmlustδrFwithFkmαiσuousF–FyxiγationF‘tatδFö–NsssOF
vδrsusF–NsOüTFJournalmofmthemAmericanmChemicalmSocietyRF2021RFWZYRFW]XX]SW]XYZ 16.4 4

353 laβkαonγinσFinF’horiumNs—OFanγF–raniumNs—OFniarsδniγoFmomplδxδsFwithFtluxmFanγFmyTFChemistrym-m
AmEuropeanmJournalRF2021RFXaRFWZYc]SWZZVV 4.8 2

352 ‘ynthδsisFoπFzarδntFkβδtyliγδFanγFniβarαiγδFmomplδxδsFoπF’horiumFanγF–raniumFanγFanF
oxaminationFoπF’hδirFolδβtroniβF‘truβturδsTFInorganicmChemistryRF2021RF]VRFW[ZWYSW[ZXV 5.1 4

351 ’hδorδtiβalFzrδγiβtionFanγFsntδrprδtationFoπFxpFwˆ¶ssαauδrFssomδrF‘hiπtsTFJournalmofmChemicalm
TheorymandmComputationRF2021RFWaRF]W]]S]Wac 6.4 1

350 olδβtronSxuβlδusFrypδrπinδFmouplinσFmalβulatδγFπromF}δstriβtδγFkβtivδF‘paβδF avδπunβtionsFanγF
anFoxaβtF’woSmomponδntFramiltonianTFJournalmofmChemicalmTheorymandmComputationRF2021RFWaRFX[[SX]b 6.4 6

349 ‘pδβtrosβopiβFβharaβtδrizationFoπFnδptuniumN—sORFplutoniumN—sORFamδriβiumN—sOFanγFnδptuniumN—OF
δnβapsulatδγFinFuranylFnitratδFhδxahyγratδTFPhysicalmChemistrymChemicalmPhysicsRF2021RFXYRFWYXXbSWYXZW 3.6 2

348 onhanβδγF[πS˛·FαonγinσFinFö–NmrOüdFmFuSδγσδFXk‘RFmaσnδtismRFanγFβalβulationsTFChemicalm
CommunicationsRF2021RF[aRFc[]XSc[][ 5.8 1

347 xδarSinπrarδγFStδrmFwmnFspδβtrosβopyFoπFoβtahδγralFuraniumN—OFβomplδxδsTFDaltonmTransactionsRF
2021RF[VRF[ZbYS[ZcX 4.3 1

346 kβhiδvinσFhiσhFβirβularlyFpolarizδγFluminδsβδnβδFwithFpushSpullFhδliβδniβFsystδmsdFπromFrationalizδγF
γδsiσnFtoFtopSδmissionFmzSyvonFappliβationsTFChemicalmScienceRF2021RFWXRF[[XXS[[YY 9.4 24

345 ’hδFoxβδptionalFnivδrsityFoπFromolδptiβF–raniumSwδthylFmomplδxδsTFAngewandtemChemiem-m
InternationalmEditionRF2020RF[cRFWY[b]SWY[cV 16.4 5

344 monstruβtionFoπFxδwFkzoSσroupFmontaininσFzolyβyβliβFsmiγazolδFnδrivativδsdFmomputationalF
wδβhanistiβRF‘truβturalRFanγFpluorδsβδnβδF‘tuγiδsTFChemistrySelectRF2020RF[RF]XXZS]XXc 1.8 3

343 x mhδmdFzastRFprδsδntRFanγFπuturδTFJournalmofmChemicalmPhysicsRF2020RFW[XRFWbZWVX 3.9 187

342 kαFsnitioF‘tuγyFoπF—iαroniβFanγFwaσnδtiβF[πStoS[πFanγFnipolδSkllowδγF[πStoS]γFanγFmharσδS’ransπδrF
’ransitionsFinFö–XüFNXFgFmlRFlreFgFWRFXOTFJournalmofmChemicalmTheorymandmComputationRF2020RFW]RF[WbcS[XVX 6.4 4

(2020-2021)
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341 woγδrnFquantumFβhδmistryFwithFöypδnüwolβasTFJournalmofmChemicalmPhysicsRF2020RFW[XRFXWZWWa 3.9 106

340
xδwFβlassFoπFβoβoσδmFsurπaβtantsFαasδγFonFhδxamδthylδnδγiaminδRFpropylδnδFoxiγδRFanγFlonσF
βhainFβarαoxyliβFaβiγsdF’hδoryFanγFappliβationTFJournalmofmIndustrialmandmEngineeringmChemistryRF2020RF
b]RFWXYSWY[

6.3 7

339 qasSzhasδFmomplδxδsFoπFkmδriβiumFanγFvanthaniγδsFwithFaFlisStriazinylFzyriγinδdF}δaβtivityFanγF
lonγinσFoπFkrβhδtypδsFπorFpSolδmδntF‘δparationsTFJournalmofmPhysicalmChemistrymARF2020RFWXZRFXcbXSXccV2.8 3

338
vonσSvivδγFmirβularlyFzolarizδγFzhosphorδsβδnβδFinFrδliβδnδSxrmF}hδniumNsOFmomplδxδsdF’hδF
snπluδnβδFoπFrδliβδnδRFraloσδnRFanγF‘tδrδoβhδmistryFonFomissionFzropδrtiδsTFAngewandtemChemieRF
2020RFWYXRFbZaXSbZab

3.6 10

337
vonσSvivδγFmirβularlyFzolarizδγFzhosphorδsβδnβδFinFrδliβδnδSxrmF}hδniumNsOFmomplδxδsdF’hδF
snπluδnβδFoπFrδliβδnδRFraloσδnRFanγF‘tδrδoβhδmistryFonFomissionFzropδrtiδsTFAngewandtemChemiem-m
InternationalmEditionRF2020RF[cRFbYcZSbZVV

16.4 28

336 ’hδorδtiβalFstuγyFoπFthδF}amanFoptiβalFaβtivityFspδβtraFoπFwithFw´ g´ moRF}hTFChiralityRF2020RFYXRFaZWSa[X 2.1 3

335 zroαinσFthδFolδβtroniβF‘truβturδFoπFaF’horiumFxitriγδFmomplδxFαyF‘oliγS‘tatδFxFxw}F‘pδβtrosβopyTF
InorganicmChemistryRF2020RF[cRFWVWYbSWVWZ[ 5.1 12

334 kssδssmδntFoπFthδFzδrπormanβδFoπFyptimallyF’unδγF}anσδS‘δparatδγFryαriγFpunβtionalsFπorF
xuβlδarFwaσnδtiβF‘hiδlγinσFmalβulationsTFAdvancedmTheorymandmSimulationsRF2020RFYRFXVVVVbY 3.5 2

333
’hδF‘oγiumFknionFssF‘tronσlyFzδrturαδγFinFthδFmonγδnsδγFzhasδFovδnF’houσhFstFkppδarsFvikδFaF
prδδFsonFinFxuβlδarFwaσnδtiβF}δsonanβδFoxpδrimδntsTFJournalmofmPhysicalmChemistrymLettersRF2020RF
WWRFbZYSb[V

6.4 4

332
kσσrδσationFanγFantimiβroαialFpropδrtiδsFoπFσδminiFsurπaβtantsFwithFmonoSFanγF
γiSNXShyγroxypropylOammoniumFhδaγSσroupsdFoππδβtFoπFthδFspaβδrFlδnσthFanγFβomputationalF
stuγiδsTFJournalmofmMolecularmLiquidsRF2020RFYVXRFWWX[ac

6 6

331 kαFsnitioFknalysisFoπFwδtalSviσanγFlonγinσFinFknNmy’OFwithFkng’hRF–FinF’hδirFqrounγSFanγF
morδSoxβitδγF‘tatδsTFChemistrym-mAmEuropeanmJournalRF2020RFX]RFWaa]SWabb 4.8 14

330 woγulationFoπFβirβularlyFpolarizδγFluminδsβδnβδFthrouσhFδxβitδγSstatδFsymmδtryFαrδakinσFanγF
intδrαranβhδγFδxβitonFβouplinσFinFhδliβalFpushSpullForσaniβFsystδmsTFChemicalmScienceRF2020RFWWRF[]aS[a] 9.4 40

329 viσanγFδππδβtsFonFδlδβtroniβFstruβturδFanγFαonγinσFinF–NsssOFβoorγinationFβomplδxδsdFaFβomαinδγF
wmnRFoz}FanγFβomputationalFstuγyTFDaltonmTransactionsRF2020RFZcRFWZZVWSWZZWV 4.3 7

328 momprδssionFoπFβuriumFpyrroliγinδSγithioβarαamatδFδnhanβδsFβovalδnβyTFNatureRF2020RF[bYRFYc]SYcc 50.4 13

327 ’hδFoxβδptionalFnivδrsityFoπFromolδptiβF–raniumâ��wδthylFmomplδxδsTFAngewandtemChemieRF2020RF
WYXRFWY]bbSWY]cX 3.6 1

326
kxiallyFanγFrδliβallyFmhiralFmationiβF}aγiβalFliβarαazolδsdF‘ywySrywyFvδvδlFsnvδrsionFanγFmhiralityF
smpaβtFonFthδF‘taαilityFoπFwonoSFanγFniraγiβalFmationsTFJournalmofmthemAmericanmChemicalmSocietyRF
2020RF

16.4 20

325 {uaγrupolarFxw}F}δlaxationFoπFkquδousFsRFXδRFanγFmsdFkFpirstSzrinβiplδsFkpproaβhFπromFnynamiβsF
toFzropδrtiδsTFJournalmofmChemicalmTheorymandmComputationRF2020RFW]RF[bY[S[bZZ 6.4 4

324 mountδrionSβouplδγFσδminiFsurπaβtantsFαasδγFonFpropoxylatδγFhδxamδthylδnδγiaminδFanγFπattyF
aβiγsdF’hδoryFanγFappliβationTFJournalmofmMolecularmLiquidsRF2020RFYWbRFWWZV[V 6 3
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323 ninuβlδarF}hδniumFmomplδxδsFwithFaFlriγσinσFrδliβδnδSαisSαipyriγinδFviσanγdF‘ynthδsisRF‘truβturδRF
anγFzhotophysiβalFanγFmhiroptiβalFzropδrtiδsTFChemPlusChemRF2020RFb[RFXZZ]SXZ[Z 2.8 4

322 mδriumNivOFβomplδxδsFwithFσuaniγinatδFliσanγsdFintδnsδFβolorsFanγFanomalousFδlδβtroniβFstruβturδsTF
ChemicalmScienceRF2020RFWXRFY[[bSY[]a 9.4 2

321 ypδnwolβasdFpromF‘ourβδFmoγδFtoFsnsiσhtTFJournalmofmChemicalmTheorymandmComputationRF2019RFW[RF[cX[S[c]Z6.4 310

320 ‘ynthδsisRFmharaβtδrizationRFanγFolδβtroβhδmistryFoπFthδFromolδptiβFπFolδmδntFuδtimiγδF
momplδxδsFöviüöwNximluzhOüFNwFgFmδRF’hOTFInorganicmChemistryRF2019RF[bRFWX][ZSWX]]W 5.1 14

319 momputationalFinvδstiσationFoπFβatalytiβFδππδβtsFoπFmXmyyrFNXFgFpRmlRrOFonFthδFthrδδSβomponδntF
βyβloβonγδnsationFrδaβtionTFJournalmofmMolecularmModelingRF2019RFX[RFWaY 2 5

318
kαFsnitioF‘tuγyFoπFmirβularFniβhroismFanγFmirβularlyFzolarizδγFvuminδsβδnβδFoπF‘pinSkllowδγFanγF
‘pinSporαiγγδnF’ransitionsdFpromFyrσaniβFuδtonδsFtoFvanthaniγδFmomplδxδsTFJournalmofmChemicalm
TheorymandmComputationRF2019RFW[RFZWZVSZW[[

6.4 14

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

316 romolδptiβFkrylFmomplδxδsFoπF–raniumFNs—OTFAngewandtemChemiem-mInternationalmEditionRF2019RF[bRFWVX]]SWVXaV16.4 18

315 oxpδrimδntalFanγFβomputationalFstuγyFoπFmδtalSπrδδFlrˆ‚nstδγFaβiγiβFioniβFliquiγFβatalyzδγFαδnzyliβF
mNspYOFrFαonγFaβtivationFanγFmFxRFmFmFβrossFβouplinσsTFJournalmofmMolecularmLiquidsRF2019RFXbVRFZWVSZWc 6 10

314 ’hδFmomputationalFnδsiσnFoπF’woSnimδnsionalFwatδrialsTFJournalmofmChemicalmEducationRF2019RFc]RFXYVbSXYWZ2.4 6

313 snsiσhtFintoFthδFolδβtroniβF‘truβturδFoπFpormalFvanthaniγδNssOFmomplδxδsFusinσFwaσnδtiβFmirβularF
niβhroismF‘pδβtrosβopyTFOrganometallicsRF2019RFYbRFYWXZSYWYW 3.8 9

312 romolδptiβFkrylFmomplδxδsFoπF–raniumFNs—OTFAngewandtemChemieRF2019RFWYWRFWVYaXSWVYa] 3.6 4

311 ‘izδFδvolutionFstuγyFonFthδFδlδβtroniβFanγFoptiβalFpropδrtiδsFoπFσolγSβlustδrFβomplδxδsF
kuZS‘SmnrXnS‘iSkuZiFNnFgFXâ��[OTFChemicalmPhysicsmLettersRF2019RFaYXRFWY]]X[ 2.5 2

310 zhosphahδliβδnδsFwithFN’hioOzhosphiniβFkβiγFanγFostδrFpunβtionsFαyFthδFyxiγativδFzhotoβyβlisationF
kpproaβhTFChemistrym-mAmEuropeanmJournalRF2019RFX[RFW[]VcSW[]WZ 4.8 0

309 waσnδtiβFβirβularFγiβhroismFspδβtraFoπFtransitionFmδtalFβomplδxδsFβalβulatδγFπromFrδstriβtδγFaβtivδF
spaβδFwavδπunβtionsTFPhysicalmChemistrymChemicalmPhysicsRF2019RFXWRF[[b]S[[ca 3.6 14

308 zrotonFxw}FrδlaxationFπromFmolδβularFγynamiβsdFintramolδβularFanγFintδrmolδβularFβontriαutionsF
inFwatδrFanγFaβδtonitrilδTFPhysicalmChemistrymChemicalmPhysicsRF2019RFXWRFX]]XWSX]]Xc 3.6 3

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

306 waσnδtiβFmouplinσFinFthδFmδNsssOFnimδrFmδNmy’OTFInorganicmChemistryRF2019RF[bRF[bWS[cY 5.1 7

(2019-2020)
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305 wolδβularF{’kswF’opoloσyFssF‘δnsitivδFtoF}δlativistiβFmorrδβtionsTFChemistrym-mAmEuropeanmJournalRF
2019RFX[RFX[YbSX[ZZ 4.8 9

304 {uaγrupolarFxFxw}F}δlaxationFπromFporβδSpiδlγFanγFkαFsnitioFwolδβularFnynamiβsFinFniππδrδntF
‘olvδntsTFJournalmofmChemicalmTheorymandmComputationRF2019RFW[RF[VcS[Wc 6.4 11

303 ’hδrmoβhromiβF–ranylFssothioβyanatδsdFsnπluδnβinσFmharσδF’ransπδrFlanγsFwithF‘upramolδβularF
‘truβturδTFInorganicmChemistryRF2018RF[aRFXZ[[SXZaW 5.1 16

302 malβulationFoπFnipolδSporαiγγδnF[πFkαsorptionF‘pδβtraFoπF–raniumN—OFrδxaSraliγδFmomplδxδsTF
JournalmofmPhysicalmChemistrymLettersRF2018RFcRFbbaSbcZ 6.4 10

301 malβulationFoπFlinδarFanγFnonlinδarFoptiβalFpropδrtiδsFoπFazoαδnzδnδFγδrivativδsFwithFuohnS‘hamF
anγFβouplδγSβlustδrFmδthoγsTFPhysicalmChemistrymChemicalmPhysicsRF2018RFXVRFaYVYSaYW] 3.6 16

300 mrystalFpiδlγFinF}arδSoarthFmomplδxδsdFpromFolδβtrostatiβsFtoFlonγinσTFChemistrym-mAmEuropeanm
JournalRF2018RFXZRF[[YbS[[[V 4.8 13

299 –nγδrstanγinσFanγFmontrollinσFthδFomissionFlriσhtnδssFanγFmolorFoπFwolδβularFmδriumF
vuminophorδsTFJournalmofmthemAmericanmChemicalmSocietyRF2018RFWZVRFZ[bbSZ[c[ 16.4 44

298 ’hδFhaloσδnFδππδβtFonFthδFmFxw}FβhδmiβalFshiπtFinFsuαstitutδγFαδnzδnδsTFPhysicalmChemistrym
ChemicalmPhysicsRF2018RFXVRFWWXZaSWWX[c 3.6 22

297 kFγiuraniumFβarαiγδFβlustδrFstaαilizδγFinsiγδFaFmFπullδrδnδFβaσδTFNaturemCommunicationsRF2018RFcRFXa[Y 17.4 47

296
}δγoxSkβtivδFmhiroptiβalF‘witβhinσFinFwonoSFanγFlisSsronFothynylβarαoö]ühδliβδnδsF‘tuγiδγFαyF
olδβtroniβFanγF—iαrationalFmirβularFniβhroismFanγF}δsonanβδF}amanFyptiβalFkβtivityTFChemistrym-mAm
EuropeanmJournalRF2018RFXZRFW[V]aSW[Vac

4.8 19

295
rδliβδnδsFqraπtδγFwithFWRWRZRZS’δtraβyanoαutaγiδnδFwoiδtiδsdFˇ�SrδliβalFzushSzullF‘ystδmsFwithF
‘tronσFolδβtroniβFmirβularFniβhroismFanγF’woSzhotonFkαsorptionTFChemistrym-mAmEuropeanmJournalRF
2018RFXZRFWZZbZSWZZcZ

4.8 19

294 ‘imilarFliσanγSmδtalFαonγinσFπorFtransitionFmδtalsFanγFaβtiniγδsiF[πF–NmrOFYγFmδtalloβδnδsTF
ChemicalmScienceRF2018RFcRF]XcXS]YV] 9.4 12

293 oxtδnγδγFrˆ…βkδlFmalβulationsFonF‘oliγsF–sinσFthδFkvoσaγroFwolδβularFoγitorFanγF—isualizδrTF
JournalmofmChemicalmEducationRF2018RFc[RFYYWSYYa 2.4 11

292 oxβitonFβouplinσFinFγikδtopyrrolopyrrolδShδliβδnδFγδrivativδsFlδaγsFtoFrδγFanγFnδarSinπrarδγF
βirβularlyFpolarizδγFluminδsβδnβδTFChemicalmScienceRF2018RFcRFaY[SaZX 9.4 82

291 olδβtroniβF‘truβturδFoπFthδFkβtiniγδFolδmδntsF2018RFWSW]

290 zlutoniumFβhloriγoFnitratoFβomplδxδsdFliσanγFβompδtitionFanγFβomputationalFmδtriβsFπorFassδmαlyF
anγFαonγinσTFChemicalmCommunicationsRF2018RF[ZRFWXVWZSWXVWa 5.8 3

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

288 momplδtδFkβtivδF‘paβδF avδπunβtionSlasδγFknalysisFoπFwaσnδtizationFanγFolδβtroniβF‘truβturδTF
TopicsminmOrganometallicmChemistryRF2018RFY[[SYcV 0.6 6

Jochen Autschbach
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287 }δγoxStriσσδrδγFβhiroptiβalFswitβhinσFaβtivityFoπFruthδniumNsssOSαisSN˛†SγikδtonatoOFβomplδxδsF
αδarinσFaFαipyriγinδShδliβδnδFliσanγTFChiralityRF2018RFYVRF[cXS]VW 2.1 10

286 snπluδnβδFoπF‘uαstituδntsFonFthδFolδβtroniβF‘truβturδFoπFwonoSFanγFlisNphosphiγoOF’horiumNs—OF
momplδxδsTFInorganicmChemistryRF2018RF[aRFaXaVSaXab 5.1 10

285 kFzsδuγotδtrahδγralF–raniumN—OFmomplδxTFInorganicmChemistryRF2018RF[aRFbWV]SbWW[ 5.1 9

284 zallaγiumFkβδtatδF}δvisitδγdF–nusualF}inσSmurrδntFoππδβtsRFynδSolδβtronF}δγuβtionRFanγF
wδtalSwδtalFlonγinσTFInorganicmChemistryRF2018RF[aRFbVZ]SbVZc 5.1 13

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

282 zuzzlinσFvaβkFoπF’δmpδraturδFnδpδnγδnβδFoπFthδFzuyFwaσnδtiβF‘usβδptiαilityFoxplainδγFkββorγinσF
toFkαFsnitioF avδFpunβtionFmalβulationsTFJournalmofmPhysicalmChemistrymLettersRF2017RFbRF]aYS]ab 6.4 18

281 malβulatinσFxaturalFyptiβalFkβtivityFoπFwolδβulδsFπromFpirstFzrinβiplδsTFAnnualmReviewmofmPhysicalm
ChemistryRF2017RF]bRFYccSZXV 15.7 88

280 –ranylFmarαonatδFmomplδxδsFinFkquδousF‘olutionFanγF’hδirFviσanγFxw}FmhδmiβalF‘hiπtsFanγFyF
{uaγrupolarF}δlaxationF‘tuγiδγFαyFaαFsnitioFwolδβularFnynamiβsTFInorganicmChemistryRF2017RF[]RFaYbZSaYc]5.1 11

279
onantiopurδFmyβloiriγiatδγFmomplδxδsFlδarinσFaFzδntahδliβδniβFxSrδtδroβyβliβFmarαδnδFanγF
nisplayinσFvonσSvivδγFmirβularlyFzolarizδγFzhosphorδsβδnβδTFAngewandtemChemiem-mInternationalm
EditionRF2017RF[]RFbXY]SbXYc

16.4 110

278 onantiopurδFmyβloiriγiatδγFmomplδxδsFlδarinσFaFzδntahδliβδniβFxSrδtδroβyβliβFmarαδnδFanγF
nisplayinσFvonσSvivδγFmirβularlyFzolarizδγFzhosphorδsβδnβδTFAngewandtemChemieRF2017RFWXcRFbYZbSbY[W3.6 35

277 ‘ynthδsisRF‘pδβtroδlδβtroβhδmiβalFlδhaviorRFanγFmhiroptiβalF‘witβhinσFoπF’risN˛†SγikδtonatoOF
momplδxδsFoπF}uthδniumNsssORFmhromiumNsssORFanγFmoαaltNsssOTFInorganicmChemistryRF2017RF[]RFZ[[]SZ[]b 5.1 18

276 ‘truβturδFanγFlonγinσFsnvδstiσationFoπFzlutoniumFzδroxoβarαonatδFmomplδxδsF–sinσFmδriumF
‘urroσatδsFanγFolδβtroniβF‘truβturδFwoγδlinσTFInorganicmChemistryRF2017RF[]RFacWSbVW 5.1 13

275 }δlativistiβFoππδβtsFonFolδβtronSxuβlδusFrypδrπinδFmouplinσF‘tuγiδγFwithFanFoxaβtFXSmomponδntF
NXXmOFramiltonianTFJournalmofmChemicalmTheorymandmComputationRF2017RFWYRFaWVSaWb 6.4 12

274 onantiosδlδβtivδF}δβoσnitionFoπFkmmoniumFmarαamatδsFinFaFmhiralFwδtalSyrσaniβFpramδworkTF
JournalmofmthemAmericanmChemicalmSocietyRF2017RFWYcRFW]VVVSW]VWX 16.4 61

273 kFnδwFzuNiiiOFβoorγinationFσδomδtryFinFNmrxlrOözumlNryOü´•Xml´•XryFasFoαtainδγFviaFsupramolδβularF
assδmαlyFinFaquδousRFhiσhFβhloriγδFmδγiaTFChemicalmCommunicationsRF2017RF[YRFWVbW]SWVbWc 5.8 6

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

271 {uaγrupolarFxw}F}δlaxationFπromFaαFsnitioFwolδβularFnynamiβsdFsmprovδγF‘amplinσFanγFmlustδrF
woγδlsFvδrsusFzδrioγiβFmalβulationsTFJournalmofmChemicalmTheorymandmComputationRF2017RFWYRFZYcaSZZVc 6.4 10

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

(2017-2018)
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269 kssδssmδntFoπF’unδγF}anσδF‘δparatδγFoxβhanσδFpunβtionalsFπorF‘pδβtrosβopiδsFanγFzropδrtiδsFoπF
–raniumFmomplδxδsTFJournalmofmChemicalmTheorymandmComputationRF2017RFWYRFY]WZSY]X[ 6.4 13

268 olδβtroniβFˇ�StoSˇ�PFoxβitationsFoπF}hoγaminδFnyδsFoxhiαitFaF’imδSnδpδnγδntFuohnS‘hamF’hδoryF
HmyaninδFzroαlδmHTFChemistryOpenRF2017RF]RFYb[SYcX 2.3 18

267 olδβtroniβF‘truβturδFanγFzropδrtiδsFoπFlδrkδliumFsoγatδsTFJournalmofmthemAmericanmChemicalmSocietyRF
2017RFWYcRFWYY]WSWYYa[ 16.4 18

266 waσnδtiβFβirβularFγiβhroismFoπF–mlFinFthδFliσanγStoSmδtalFβharσδStransπδrFspδβtralFrδσionTFPhysicalm
ChemistrymChemicalmPhysicsRF2017RFWcRFWaYVVSWaYWY 3.6 19

265 XSrayFβirβularFγiβhroismFsiσnalsdFaFuniquδFproαδFoπFloβalFmolδβularFβhiralityTFChemicalmScienceRF2017RF
bRF[c]cS[cab 9.4 15

264 ’ransuraniβFryαriγFwatδrialsdFmrystalloσraphiβFanγFmomputationalFwδtriβsFoπF‘upramolδβularF
kssδmαlyTFJournalmofmthemAmericanmChemicalmSocietyRF2017RFWYcRFWVbZYSWVb[[ 16.4 39

263 ‘ynthδsisFanγFmhiroptiβalFzropδrtiδsFoπFrδxaSRFyβtaSRFanγFnδβaSazaαorahδliβδnδsdFsnπluδnβδFoπF
rδliβδnδF‘izδFanγFoπFthδFxumαδrFoπFloronFktomsTFChemistrym-mAmEuropeanmJournalRF2017RFXYRFZVaSZWb 4.8 68

262 }δlativistiβFwδthoγsFπorFmalβulatinσFolδβtronFzaramaσnδtiβF}δsonanβδFNoz}OFzaramδtδrsF2017RFaX[Sa]Y 8

261 }δlativistiβF’hδoriδsFoπFxw}F‘hiδlγinσF2017RF][aS]cX 9

260 ‘izδFδvolutionFrδlativistiβFnp’S{’kswFstuγyFonFthδFσolγFβlustδrFβomplδxδsFkuZS‘SmnrXnS‘iSkuZiFNnF
gFXâ��[OTFChemicalmPhysicsmLettersRF2016RF]]VRFXbaSXcZ 2.5 8

259 mharaβtδrizationFoπFαδrkδliumNsssOFγipiβolinatδFanγFαoratδFβompounγsFinFsolutionFanγFthδFsoliγF
statδTFScienceRF2016RFY[YRF 33.3 73

258 soniβFviquiγF‘olvationFvδrsusFmatalysisdFmomputationalFsnsiσhtFπromFaFwultisuαstitutδγFsmiγazolδF
‘ynthδsisFinFöotxrüör‘yüTFChemistryOpenRF2016RF[RFZ]VSZ]c 2.3 17

257
momputationalFprδγiβtionFanγFanalysisFoπFthδFNXaOklFsoliγSstatδFxw}FspδβtrumFoπF
mδthylaluminoxanδFNwkyOFatFvariaαlδFtδmpδraturδsFanγFπiδlγFstrδnσthsTFPhysicalmChemistrym
ChemicalmPhysicsRF2016RFWbRFXZWV]SWb

3.6 15

256
qiantFspinSorαitFδππδβtsFonFrFanγFmFxw}FshiπtsFπorFuraniumNviOFβomplδxδsFrδvisitδγdFrolδFoπFthδF
δxβhanσδSβorrδlationFrδsponsδFkδrnδlRFαonγinσFanalysδsRFanγFnδwFprδγiβtionsTFPhysicalmChemistrym
ChemicalmPhysicsRF2016RFWbRFYVZ]XSYVZaZ

3.6 33

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

254 xw}FtSmouplinσFmonstantsFoπF’lSztFlonγδγFwδtalFmomplδxδsFinFkquδousF‘olutiondFkαFsnitioF
wolδβularFnynamiβsFanγFvoβalizδγFyrαitalFknalysisTFInorganicmChemistryRF2016RF[[RFWXVWWSWXVXY 5.1 9

253
sronFklkynylFrδliβδnδsdF}δγoxS’riσσδrδγFmhiroptiβalF’uninσFinFthδFs}FanγFxδarSs}F‘pδβtralF}δσionsF
anγF‘uitaαlδFπorF’δlδβommuniβationsFkppliβationsTFAngewandtemChemiem-mInternationalmEditionRF2016
RF[[RFbV]XS]

16.4 55

252 olδβtroniβFanγFβhiroptiβalFpropδrtiδsFoπFβhiralFβyβloiriγiatδγFβomplδxδsFαδarinσFhδliβδniβFxrmF
liσanγsTFChemicalmCommunicationsRF2016RF[XRFcXZYS] 5.8 22

Jochen Autschbach
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251 smpaβtFoπFthδFuohnS‘hamFnδloβalizationForrorFonFthδFZπF‘hδllFvoβalizationFanγFzopulationFinF
vanthaniγδFmomplδxδsTFJournalmofmChemicalmTheorymandmComputationRF2016RFWXRFYWVcSXW 6.4 38

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

249 monπormationalFβhanσδsFanγFβhiroptiβalFswitβhinσFoπFδnantiopurδFαisShδliβδniβFtδrpyriγinδFuponF
·nNXQOFαinγinσTFChemicalmCommunicationsRF2016RF[XRF[cYXS[ 5.8 69

248 ‘imulatinσF’hirγSyrγδrFxonlinδarFyptiβalFzropδrtiδsF–sinσFnampδγFmuαiβF}δsponsδF’hδoryFwithinF
’imδSnδpδnγδntFnδnsityFpunβtionalF’hδoryTFJournalmofmChemicalmTheorymandmComputationRF2016RFWXRFWXcZSYVZ6.4 16

247
uohnS‘hamFβalβulationsFoπFxw}FshiπtsFπorFparamaσnδtiβFYγFmδtalFβomplδxδsdFprotoβolsRF
γδloβalizationFδrrorRFanγFthδFβuriousFamiγδFprotonFshiπtsFoπFaFhiσhSspinFironNiiOFmaβroβyβlδFβomplδxTF
PhysicalmChemistrymChemicalmPhysicsRF2016RFWbRFXWV[WS]b

3.6 28

246 yrαitalsFπorFknalyzinσFlonγinσFanγFwaσnδtismFoπFrδavySwδtalFmomplδxδsTFCommentsmonmInorganicm
ChemistryRF2016RFY]RFXW[SXZZ 3.9 23

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

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

243
limδtalliβFqolγNsOFmomplδxδsFwithFothynylSrδliβδnδFanγFlisSzhospholδFviσanγsdF–nγδrstanγinσFthδF
}olδFoπFkurophiliβFsntδraβtionsFinFthδirFmhiroptiβalFzropδrtiδsTFChemistrym-mAmEuropeanmJournalRF2016RF
XXRF]Va[Sb]

4.8 14

242 malβulatδγF}δsonanβδF—iαrationalF}amanFyptiβalFkβtivityF‘pδβtraFoπFxaproxδnFanγFsαuproπδnTF
JournalmofmPhysicalmChemistrymARF2016RFWXVRFcaZVScaZb 2.8 14

241 wolβasFbdFxδwFβapaαilitiδsFπorFmultiβonπiσurationalFquantumFβhδmiβalFβalβulationsFaβrossFthδF
pδrioγiβFtaαlδTFJournalmofmComputationalmChemistryRF2016RFYaRF[V]SZW 3.5 1047

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

239 xuβlδarFwaσnδtiβF}δsonanβδFwδasurδmδntsFanγFolδβtroniβF‘truβturδFoπFzuNs—OFinFöNwδOZxüXzuml]TF
InorganicmChemistryRF2016RF[[RFbYaWSbV 5.1 14

238 xw}FspinSspinFβouplinσFβonstantsdFαonγFanσlδFγδpδnγδnβδFoπFthδFsiσnFanγFmaσnituγδFoπFthδFviβinalF
NYOtrpFβouplinσTFPhysicalmChemistrymChemicalmPhysicsRF2016RFWbRFXZWWcSXb 3.6 9

237 oππδβtsFoπFstδrδoδlδβtroniβFintδraβtionsFonFthδFrδlativistiβFspinSorαitFanγFparamaσnδtiβFβomponδntsF
oπFthδFNWYOmFxw}FshiδlγinσFtδnsorsFoπFγihaloδthδnδsTFPhysicalmChemistrymChemicalmPhysicsRF2015RFWaRFWcYW[SXZ3.6 14

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

235 momputationalF’oolsFπorFzrδγiβtivδFwoγδlinσFoπFzropδrtiδsFinFmomplδxFkβtiniγδF‘ystδmsF2015RFXccSYZX 2

234 }δlativistiβFwδthoγsFπorFmalβulatinσFolδβtronFzaramaσnδtiβF}δsonanβδFNoz}OFzaramδtδrsF2015RFWSYc 2

(2015-2016)
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233 ‘inσlδSionFZπFδlδmδntFmaσnδtismdFanFaαSinitioFlookFatFvnNmy’OXNSOTFDaltonmTransactionsRF2015RFZZRFWcbb]ScVV4.3 45

232 kβiγUαasδStriσσδrδγFswitβhinσFoπFβirβularlyFpolarizδγFluminδsβδnβδFanγFδlδβtroniβFβirβularFγiβhroismF
inForσaniβFanγForσanomδtalliβFhδliβδnδsTFChemistrym-mAmEuropeanmJournalRF2015RFXWRFW]aYSbW 4.8 126

231 knalysisFoπFzrotonFxw}FinFryγroσδnFlonγsFinF’δrmsFoπFvonδSzairFanγFlonγFyrαitalFmontriαutionsTF
Chemistrym-mAmEuropeanmJournalRF2015RFXWRFWbWYbS[[ 4.8 16

230 }uthδniumSqraπtδγF—inylhδliβδnδsdFmhiroptiβalFzropδrtiδsFanγF}δγoxF‘witβhinσTFChemistrym-mAm
EuropeanmJournalRF2015RFXWRFWaWVVSW[ 4.8 38

229 ’δmpδraturδFγδpδnγδnβδFoπFβontaβtFanγFγipolarFxw}FβhδmiβalFshiπtsFinFparamaσnδtiβFmolδβulδsTF
JournalmofmChemicalmPhysicsRF2015RFWZXRFV[ZWVb 3.9 51

228 kssδssinσFthδFδxβhanσδFβouplinσFinFαinuβlδarFlanthaniγδNiiiOFβomplδxδsFanγFthδFslowFrδlaxationFoπF
thδFmaσnδtizationFinFthδFantiπδrromaσnδtiβallyFβouplδγFnyFγδrivativδTFChemicalmScienceRF2015RF]RFZWZbSZW[c9.4 102

227 mharσδS’ransπδrF—δrsusFmharσδS’ransπδrSvikδFoxβitationsF}δvisitδγTFJournalmofmChemicalmTheorymandm
ComputationRF2015RFWWRFYYV[SXV 6.4 62

226 malβulatinσFxw}FmhδmiβalF‘hiπtsFπorFzaramaσnδtiβFwδtalFmomplδxδsFπromFpirstSzrinβiplδsTFJournalm
ofmPhysicalmChemistrymLettersRF2015RF]RFXWbYSb 6.4 52

225 xw}FmalβulationsFπorFzaramaσnδtiβFwolδβulδsFanγ´ wδtalFmomplδxδsTFAnnualmReportsminm
ComputationalmChemistryRF2015RFWWRFYSY] 1.8 15

224 oππδβtsFπromFspinSorαitFβouplinσFonFδlδβtronSnuβlδusFhypδrπinδFβouplinσFβalβulatδγFatFthδFrδstriβtδγF
aβtivδFspaβδFlδvδlFπorFuramδrsFγouαlδtsTFJournalmofmChemicalmTheorymandmComputationRF2015RFWWRF[YbSZc 6.4 26

223 δnantioSonriβhδγFmzvSaβtivδFhδliβδnδSαipyriγinδSrhδniumFβomplδxδsTFChemicalmCommunicationsRF
2015RF[WRFYa[ZSa 5.8 70

222 }δlativistiβF’hδoriδsFoπFxw}F‘hiδlγinσF2015RFWSYY 2

221 malβulationFoπFnuβlδarFspinSspinFβouplinσFβonstantsFusinσFπrozδnFγδnsityFδmαδγγinσTFJournalmofm
ChemicalmPhysicsRF2014RFWZVRFWVZWVa 3.9 8

220
yptiβallyFaβtivδFtδtraStδrtSαutylSzN[OSγδltaβyβlδnδFδpimδrsdFprδparationRFspδβtrosβopyRFγynamiβF
δquiliαriumsRFrUnFδxβhanσδRFanγFtransitionSmδtalFβomplδxFβhδmistryTFChemistrym-mAmEuropeanm
JournalRF2014RFXVRF[aVbSXV

4.8 6

219
}δlativistiβFβalβulationsFoπFmaσnδtiβFrδsonanβδFparamδtδrsdFαaβkσrounγFanγFsomδFrδβδntF
γδvδlopmδntsTFPhilosophicalmTransactionsmSeriesmAymMathematicalymPhysicalymandmEngineeringmSciencesRF
2014RFYaXRFXVWXVZbc

3 55

218 olδβtroniβFonδrσyFqapsFπorFˇ�SmonjuσatδγFyliσomδrsFanγFzolymδrsFmalβulatδγFwithFnδnsityF
punβtionalF’hδoryTFJournalmofmChemicalmTheorymandmComputationRF2014RFWVRFWVY[SZa 6.4 111

217 zδrπormanβδFoπFanFyptimallyF’unδγF}anσδS‘δparatδγFryαriγFpunβtionalFπorFVSVFolδβtroniβF
oxβitationFonδrσiδsTFJournalmofmChemicalmTheorymandmComputationRF2014RFWVRFW]aaSb[ 6.4 113

216 –nravδllinσFthδFstruβturδFoπFwaσnusMFpinkFsaltTFJournalmofmthemAmericanmChemicalmSocietyRF2014RFWY]RFWYYYS[W16.4 55
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215 olδβtroniβFlanγF‘hapδsFmalβulatδγFwithFyptimallyF’unδγF}anσδS‘δparatδγFryαriγFpunβtionalsTF
JournalmofmChemicalmTheorymandmComputationRF2014RFWVRFZ[ccS]Vb 6.4 36

214 rδliβδnδSσraπtδγFvinylSFanγFβarαδnδSosmiumFβomplδxδsdFanFδxamplδFoπFaβiγSαasδFβhiroptiβalF
switβhinσTFChemicalmCommunicationsRF2014RF[VRFXb[ZS] 5.8 33

213 waσnδtiβFrδsonanβδFpropδrtiδsFoπFaβtinylFβarαonatδFβomplδxδsFanγFplutonylN—sOStrisSnitratδTF
InorganicmChemistryRF2014RF[YRFb[aaScX 5.1 39

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

211
nδrivationFoπFthδF}zkFN}anγomFzhasδFkpproximationOFoquationFoπFk’nnp’FNkγiaαatiβF’imδF
nδpδnγδntFnδnsityFpunβtionalFqrounγF‘tatδF}δsponsδF’hδoryOFπromFanFoxβitδγF‘tatδF—ariationalF
kpproaβhFlasδγFonFthδFqrounγF‘tatδFpunβtionalTFJournalmofmChemicalmTheorymandmComputationRF2014
RFWVRFYcbVS]

6.4 11

210 waσnδtiβFpropδrtiδsFanγFδlδβtroniβFstruβturδFoπFnδptunylN—sOFβomplδxδsdFwavδπunβtionsRForαitalsRF
anγFβrystalSπiδlγFmoγδlsTFChemistrym-mAmEuropeanmJournalRF2014RFXVRFaccZSbVWW 4.8 73

209 nδloβalizationFδrrorFanγFHπunβtionalFtuninσHFinFuohnS‘hamFβalβulationsFoπFmolδβularFpropδrtiδsTF
AccountsmofmChemicalmResearchRF2014RFZaRFX[cXS]VX 24.3 196

208 kppliβationsFoπF’imδFnδpδnγδntFanγF’imδFsnγδpδnγδntFnδnsityFpunβtionalF’hδoryFtoFthδFpirstFˇ�FtoF
ˇ�PF’ransitionFinFmyaninδFnyδsTFJournalmofmChemicalmTheorymandmComputationRF2014RFWVRFYXccSYVa 6.4 73

207 momputationFoπFmhδmiβalF‘hiπtsFπorFzaramaσnδtiβFwolδβulδsdFkFvaαoratoryFoxpδrimδntFπorFthδF
–nγδrσraγuatδFmurriβulumTFJournalmofmChemicalmEducationRF2014RFcWRFWV[bSWV]Y 2.4 12

206 ‘traiσhtπorwarγFaββδssFtoFmonoSFanγFαisSβyβloplatinatδγFhδliβδnδsFthatFγisplayFβirβularlyFpolarizδγF
phosphorδsβδnβδFusinσFβrystallizationFrδsolutionFmδthoγsTFChemicalmScienceRF2014RF[RFWcW[SWcXa 9.4 99

205 malβulatinσFxw}FmhδmiβalF‘hiπtsFanγFtSmouplinσsFπorFrδavyFolδmδntFmompounγsF2014RFWSWZ 3

204 ‘imulationFoπFrδsonanβδFhypδrS}aylδiσhFsβattδrinσFoπFmolδβulδsFanγFmδtalFβlustδrsFusinσFaF
timδSγδpδnγδntFγδnsityFπunβtionalFthδoryFapproaβhTFJournalmofmChemicalmPhysicsRF2014RFWZWRFWXZYV[ 3.9 18

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

202 }δlativistiβFoππδβtsFonFxw}FzaramδtδrsTFSciencemandmTechnologymofmAtomicymMolecularymCondensedm
MattermandmBiologicalmSystemsRF2013RFYRF]cSWWa 25

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

200 qiantFparaγayF}otationFinFwδsoσδniβFyrσaniβFwolδβulδsTFChemistrymofmMaterialsRF2013RFX[RFWWYcSWWZY 9.6 35

199
momputationalFanalysisFoπFNZaUZcO’iFxw}FshiπtsFanγFδlδβtriβFπiδlγFσraγiδntFtδnsorsFoπF
halπStitanoβδnδFβomplδxδsdFstruβturδSαonγinσSpropδrtyFrδlationshipsTFChemistrym-mAmEuropeanm
JournalRF2013RFWcRFWXVWbSYY

4.8 9

198 nδtδrminationFoπFthδFstruβturδsFoπFmolδβularlyFimprintδγFpolymδrsFanγFxδroσδlsFusinσFanF
automatδγFstoβhastiβFapproaβhTFAnalyticalmChemistryRF2013RFb[RFb[aaSbZ 7.8 8
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197 ‘pirooxazinδSαasδγFmultiπunβtionalFmolδβularFswitβhδsFwithFtunaαlδFphotoβhromismFanγFnonlinδarF
optiβalFrδsponsδTFJournalmofmMaterialsmChemistrymCRF2013RFWRF[aac 7.1 20

196 malβulatinσFolδβtroniβFyptiβalFkβtivityFoπFmoorγinationFmompounγsF2013RFZVaSZX] 10

195 wolδβularFNσloαalOFanγFatomSinSβlustδrFNloβalOFpolarizaαilitiδsFoπFmδγiumSsizδFσolγFnanoβlustδrsdF
isomδrFstruβturδFδππδβtsTFEuropeanmPhysicalmJournalmDRF2013RF]aRFW 1.3 3

194
vonσδstS avδlδnσthFolδβtroniβFoxβitationsFoπFvinδarFmyaninδsdF’hδF}olδFoπFolδβtronFnδloβalizationF
anγFoπFkpproximationsFinF’imδSnδpδnγδntFnδnsityFpunβtionalF’hδoryTFJournalmofmChemicalmTheorym
andmComputationRF2013RFcRFZccWS[VVY

6.4 96

193 sriγiumNsssOFmomplδxδsFmontaininσFWRWVSzhδnanthrolinδFanγFnδrivativδsdF‘ynthδtiβRF‘tδrδoβhδmiβalRF
anγF‘truβturalF‘tuγiδsRFanγFthδirFkntimiβroαialFkβtivityTFAustralianmJournalmofmChemistryRF2013RF]]RFWV][ 1.2 18

192
’hδFrolδFoπFthδFδxβhanσδSβorrδlationFrδsponsδFkδrnδlFanγFsβalinσFβorrδβtionsFinFrδlativistiβFγδnsityF
πunβtionalFnuβlδarFmaσnδtiβFshiδlγinσFβalβulationsFwithFthδFzδrothSorγδrFrδσularFapproximationTF
MolecularmPhysicsRF2013RFWWWRFX[ZZSX[[Z

1.7 57

191
—ariationalFvδrsusFzδrturαationalF’rδatmδntFoπF‘pinSyrαitFmouplinσFinF}δlativistiβFnδnsityF
punβtionalFmalβulationsFoπFolδβtroniβFσFpaβtorsdFoππδβtsFπromF‘pinSzolarizationFanγFoxaβtFoxβhanσδTF
JournalmofmChemicalmTheorymandmComputationRF2013RFcRFWV[XS]a

6.4 42

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

189 momputationalFwoγδlinσFoπFthδFyptiβalF}otationFoπFkminoFkβiγsdFknFâ��inF‘iliβoâ��FoxpδrimδntFπorF
zhysiβalFmhδmistryTFJournalmofmChemicalmEducationRF2013RFcVRF][]S]]V 2.4 12

188
snπluδnβδFoπFthδFγδloβalizationFδrrorFanγFappliβaαilityFoπFoptimalFπunβtionalFtuninσFinFγδnsityF
πunβtionalFβalβulationsFoπFnonlinδarFoptiβalFpropδrtiδsFoπForσaniβFγonorSaββδptorFβhromophorδsTF
ChemPhysChemRF2013RFWZRFXZ[VS]W

3.2 110

187 }δaβtionsFoπFσolγNsssOFβomplδxδsFwithFalkδnδsFinFaquδousFmδγiadFσδnδrationFoπF
αisSN˛†ShyγroxyalkylOσolγNsssOFβomplδxδsTFJournalmofmCoordinationmChemistryRF2013RF]]RFWW[YSWW][ 1.6 14

186
}δlativistiβFnδnsityFpunβtionalFmalβulationsFoπFrypδrπinδFmouplinσFwithF—ariationalFvδrsusF
zδrturαationalF’rδatmδntFoπF‘pinSyrαitFmouplinσTFJournalmofmChemicalmTheorymandmComputationRF
2013RFcRFWcYXSZb

6.4 38

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

184 nirδβtFspδβtrosβopiβFβharaβtδrizationFoπFaFtransitoryFγirhoγiumFγonorSaββδptorFβarαδnδFβomplδxTF
ScienceRF2013RFYZXRFY[WSZ 33.3 146

183 niastδrδoSFanγFδnantiosδlδβtivδFsynthδsisFoπForσanomδtalliβFαisNhδliβδnδOsFαyFaFβomαinationFoπFmSrF
aβtivationFanγFγynamiβFisomδrizationTFChemistrym-mAmEuropeanmJournalRF2013RFWcRFW]aXXSb 4.8 27

182 kssδmαlyFoπFrδliβδnδSmappδγFxRzRxRzRxSrδliβanγsFwithinFmusFrδliβatδsdFsmpaβtinσFmhiroptiβalF
zropδrtiδsFαyFviσanγâ��viσanγFmharσδF’ransπδrTFAngewandtemChemieRF2013RFWX[RFXVXXSXVX] 3.6 16

181
‘βopδFanγFmδβhanistiβFanalysisFoπFthδFδnantiosδlδβtivδFsynthδsisFoπFallδnδsFαyFrhoγiumSβatalyzδγF
tanγδmFyliγδFπormationUöXRYüSsiσmatropiβFrδarranσδmδntFαδtwδδnFγonorUaββδptorFβarαδnoiγsFanγF
proparσyliβFalβoholsTFJournalmofmthemAmericanmChemicalmSocietyRF2012RFWYZRFW[ZcaS[VZ

16.4 143

180
’woSmomponδntF}δlativistiβFmalβulationsFoπFolδβtriβSpiδlγFqraγiδntsF–sinσFoxaβtFnδβouplinσF
wδthoγsdF‘pinSorαitFanγFziβturδSmhanσδFoππδβtsTFJournalmofmChemicalmTheorymandmComputationRF2012RF
bRFZXYcSZb

6.4 53
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179 murvaturδFanγFprontiδrFyrαitalFonδrσiδsFinFnδnsityFpunβtionalF’hδoryTFJournalmofmPhysicalmChemistrym
LettersRF2012RFYRFYaZVSZ 6.4 134

178 klFsnitioFolδβtroniβFmirβularFniβhroismFanγFyptiβalF}otatoryFnispδrsiondFpromFyrσaniβFwolδβulδsFtoF
’ransitionFwδtalFmomplδxδsF2012RF[cYS]ZX 15

177 noδsFaFwolδβulδS‘pδβiπiβFnδnsityFpunβtionalFqivδFanFkββuratδFolδβtronFnδnsityiF’hδFmhallδnσinσF
masδFoπFthδFmumlFolδβtriβFpiδlγFqraγiδntTFJournalmofmPhysicalmChemistrymLettersRF2012RFYRF[a]SbW 6.4 126

176
’hδorδtiβalFinvδstiσationFoπFparamaσnδtiβFxw}FshiπtsFinFtransitionFmδtalFaβδtylaβδtonatoF
βomplδxδsdFanalysisFoπFsiσnsRFmaσnituγδsRFanγFthδFrolδFoπFthδFβovalδnβyFoπFliσanγSmδtalFαonγinσTF
InorganicmChemistryRF2012RF[WRFbYZVS[W

5.1 51

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

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

173 ktomiβFβontriαutionsFπromFspinSorαitFβouplinσFtoFXc‘iFxw}FβhδmiβalFshiπtsFinFmδtallasilatranδF
βomplδxδsTFChemistrym-mAmEuropeanmJournalRF2012RFWbRFWXbVYSWY 4.8 51

172 nδnsityFπunβtionalFstuγyFoπFtδtraphδnylporphyrinFlonσSranσδFδxβitonFβouplinσTFChemistryOpenRF
2012RFWRFWbZScZ 2.3 18

171 ‘βalarF}δlativistiβFmomputationsFanγFvoβalizδγFyrαitalFknalysδsFoπFxuβlδarFrypδrπinδFmouplinσFanγF
zaramaσnδtiβFxw}FmhδmiβalF‘hiπtsTFJournalmofmChemicalmTheorymandmComputationRF2012RFbRF[cbS]Vc 6.4 72

170 {uasipartiβlδFspδβtraFπromFaFnonδmpiriβalFoptimallyFtunδγFranσδSsδparatδγFhyαriγFγδnsityF
πunβtionalTFPhysicalmReviewmLettersRF2012RFWVcRFXX]ZV[ 7.4 203

169 yrαitalsdF‘omδFpiβtionFanγF‘omδFpaβtsTFJournalmofmChemicalmEducationRF2012RFbcRFWVYXSWVZV 2.4 35

168
momputationalFstuγyFanγFmolδβularForαitalFanalysisFoπFxw}FshiδlγinσRFspinSspinFβouplinσRFanγF
δlδβtriβFπiδlγFσraγiδntsFoπFaziγoFplatinumFβomplδxδsTFJournalmofmthemAmericanmChemicalmSocietyRF2012
RFWYZRFWYYaZSb[

16.4 37

167 zδrspδβtivδdFrδlativistiβFδππδβtsTFJournalmofmChemicalmPhysicsRF2012RFWY]RFW[VcVX 3.9 189

166 ’unδγF}anσδS‘δparatδγF’imδSnδpδnγδntFnδnsityFpunβtionalF’hδoryFkppliδγFtoFyptiβalF}otationTF
JournalmofmChemicalmTheorymandmComputationRF2012RFbRFXZ[S[] 6.4 92

165 }uthδniumSvinylhδliβδnδsdFrδmotδFmδtalSαasδγFδnhanβδmδntFanγFrδγoxFswitβhinσFoπFthδF
βhiroptiβalFpropδrtiδsFoπFaFhδliβδnδFβorδTFJournalmofmthemAmericanmChemicalmSocietyRF2012RFWYZRFW[]XbSYW 16.4 108

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

163
malβulationFoπFrypδrπinδF’δnsorsFanγFzaramaσnδtiβFxw}F‘hiπtsF–sinσFthδF}δlativistiβF·δrothSyrγδrF
}δσularFkpproximationFanγFnδnsityFpunβtionalF’hδoryTFJournalmofmChemicalmTheorymandmComputation
RF2011RFaRFXWa[Sbb

6.4 93

162
promFhδtδroSFtoFhomoβhiralFαisNmδtallahδliβδnδOsFαasδγFonFaFztNsssOSztNsssOFαonγδγFsβaππolγdF
isomδrizationRFstruβturδRFanγFβhiroptiβalFpropδrtiδsTFJournalmofmthemAmericanmChemicalmSocietyRF2011RF
WYYRFYbVVSY

16.4 75
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161
‘βalarF}δlativistiβFmomputationsFoπFxuβlδarFwaσnδtiβF‘hiδlγinσFanγFσS‘hiπtsFwithFthδF·δrothSyrγδrF
}δσularFkpproximationFanγF}anσδS‘δparatδγFryαriγFnδnsityFpunβtionalsTFJournalmofmChemicalm
TheorymandmComputationRF2011RFaRFYXabScX

6.4 38

160 öztjzαWXüXâ��´ â��FkFβhallδnσinσFsystδmFπorFrδlativistiβFγδnsityFπunβtionalFthδoryFβalβulationsFoπFWc[ztF
anγFXVazαFxw}FparamδtδrsTFCanadianmJournalmofmChemistryRF2011RFbcRFbWZSbXW 0.9 9

159 ynFthδFmδβhanismFanγFsδlδβtivityFoπFthδFβomαinδγFmSrFaβtivationUmopδFrδarranσδmδntTFJournalmofm
themAmericanmChemicalmSocietyRF2011RFWYYRF[Va]Sb[ 16.4 81

158 sntδraβtionFtδnsorsFanγFloβalFγynamiβsFinFβommonFstruβturalFmotiπsFoπFnitroσδndFaFsoliγSstatδFWZxF
xw}FanγFnp’FstuγyTFJournalmofmthemAmericanmChemicalmSocietyRF2011RFWYYRF[XaSZ] 16.4 73

157 ’δtraβyβlinδFspδβiationFγurinσFmolδβularFimprintinσFinFxδroσδlsFrδsultsFinFβlassSsδlδβtivδFαinγinσTF
AnalystymTheRF2011RFWY]RFaZcS[[ 5 18

156 ‘izδFδvolutionFstuγyFoπFHmolδβularHFanγFHatomSinSβlustδrHFpolarizaαilitiδsFoπFmδγiumSsizδFσolγF
βlustδrsTFJournalmofmChemicalmPhysicsRF2011RFWY[RFVYZWVc 3.9 7

155 ’imδSγδpδnγδntFγδnsityFπunβtionalFthδoryFappliδγFtoFliσanγSπiδlγFδxβitationsFanγFthδirFβirβularF
γiβhroismFinFsomδFtransitionFmδtalFβomplδxδsTFChemicalmPhysicsRF2011RFYcWRFcXSWVV 2.3 21

154 yptiβalFrotationFβalβulatδγFwithFtimδSγδpδnγδntFγδnsityFπunβtionalFthδorydFthδFy}Z[FαδnβhmarkTF
JournalmofmPhysicalmChemistrymARF2011RFWW[RFWVcYVSZc 2.8 97

153
malβulationFoπFmolδβularFσStδnsorsFusinσFthδFzδrothSorγδrFrδσularFapproximationFanγFγδnsityF
πunβtionalFthδorydFδxpδβtationFvaluδFvδrsusFlinδarFrδsponsδFapproaβhδsTFTheoreticalmChemistrym
AccountsRF2011RFWXcRFZ[YSZ]]

1.9 53

152 xw}FtSβouplinσFβonstantsFinFβisplatinFγδrivativδsFstuγiδγFαyFmolδβularFγynamiβsFanγFrδlativistiβF
np’TFChemPhysChemRF2011RFWXRFWZZbS[[ 3.2 22

151 ’imδSγδpδnγδntFγδnsityFπunβtionalFthδoryFπorFβalβulatinσForiσinSinγδpδnγδntFoptiβalFrotationFanγF
rotatoryFstrδnσthFtδnsorsTFChemPhysChemRF2011RFWXRFYXXZSY[ 3.2 60

150 }hoγiumNssOSmatalyzδγFmrossSmouplinσFoπFniazoFmompounγsTFAngewandtemChemieRF2011RFWXYRFX[cXSX[c] 3.6 35

149 Xc‘iFnp’Uxw}FyαsδrvationFoπF‘pinâ��yrαitFoππδβtFinFwδtallasilatranδF‘hδγsF‘omδFviσhtFonFthδF
‘trδnσthFoπFthδFwδtalSh‘iliβonFsntδraβtionTFAngewandtemChemieRF2011RFWXYRFX]cSXaY 3.6 17

148 }hoγiumNssOSβatalyzδγFβrossSβouplinσFoπFγiazoFβompounγsTFAngewandtemChemiem-mInternationalm
EditionRF2011RF[VRFX[ZZSb 16.4 87

147 NXcO‘iFnp’Uxw}FoαsδrvationFoπFspinSorαitFδππδβtFinFmδtallasilatranδFshδγsFsomδFliσhtFonFthδF
strδnσthFoπFthδFmδtalShsiliβonFintδraβtionTFAngewandtemChemiem-mInternationalmEditionRF2011RF[VRFX[[Sc 16.4 70

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

145 wultiπunβtionalFanγFrδaβtivδFδnantiopurδForσanomδtalliβFhδliβδnδsdFtuninσFβhiroptiβalFpropδrtiδsFαyF
struβturalFvariationsFoπFmonoSFanγFαisNplatinahδliβδnδOsTFChemistrym-mAmEuropeanmJournalRF2011RFWaRFWZWabScb4.8 56

144 ’imδSγδpδnγδntFγδnsityFπunβtionalFrδsponsδFthδoryFπorFδlδβtroniβFβhiroptiβalFpropδrtiδsFoπFβhiralF
molδβulδsTFTopicsminmCurrentmChemistryRF2011RFXcbRFWScb 84
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143
zδrπormanβδFoπFβonvδntionalFanγFranσδSsδparatδγFhyαriγFγδnsityFπunβtionalsFinFβalβulationsFoπF
δlδβtroniβFβirβularFγiβhroismFspδβtraFoπFtransitionFmδtalFβomplδxδsTFJournalmofmPhysicalmChemistrymARF
2011RFWW[RFWZ]aaSb]

2.8 25

142
malβulationFoπFoptiβalFrotatoryFγispδrsionFanγFδlδβtroniβFβirβularFγiβhroismFπorFtrisSαiγδntatδFσroupsF
bFanγFcFmδtalFβomplδxδsRFwithFδmphasisFonFδxβitonFβouplinσTFJournalmofmPhysicalmChemistrymARF2011RF
WW[RFX]Y[SZc

2.8 27

141 ‘ynthδsisFanγFδvaluationFoπFtδtraβyβlinδFimprintδγFxδroσδlsdFβomparisonFoπFδxpδrimδntFanγF
βomputationalFmoγδlinσTFAnalyticamChimicamActaRF2011RF]bZRF]YSaW 6.6 19

140 malβulatinσFthδF}amanFanγFrypδr}amanF‘pδβtraFoπFvarσδFwolδβulδsFanγFwolδβulδsFsntδraβtinσFwithF
xanopartiβlδsF2011RFZcYS[WZ

139 ’hδorδtiβalFstuγiδsFoπFsurπaβδFδnhanβδγFhypδrS}amanFspδβtrosβopydFthδFβhδmiβalFδnhanβδmδntF
mδβhanismTFJournalmofmChemicalmPhysicsRF2010RFWYYRFV[ZWVY 3.9 40

138 knalyzinσFmolδβularFstatiβFlinδarFrδsponsδFpropδrtiδsFwithFpδrturαδγFloβalizδγForαitalsTFJournalmofm
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127 kssδmαlyFoπFpiSβonjuσatδγFphospholδFazahδliβδnδFγδrivativδsFintoFβhiralFβoorγinationFβomplδxδsdF
anFδxpδrimδntalFanγFthδorδtiβalFstuγyTFChemistrym-mAmEuropeanmJournalRF2010RFW]RF[ca]S]VV[ 4.8 75

126 wδtallahδliβδnδsdFoasilyFkββδssiαlδFrδliβδnδFnδrivativδsFwithFvarσδFanγF’unaαlδFmhiroptiβalF
zropδrtiδsTFAngewandtemChemieRF2010RFWXXRFWVYSWV] 3.6 40

(2010-2011)

15



125 wδtallahδliβδnδsdFδasilyFaββδssiαlδFhδliβδnδFγδrivativδsFwithFlarσδFanγFtunaαlδFβhiroptiβalF
propδrtiδsTFAngewandtemChemiem-mInternationalmEditionRF2010RFZcRFccSWVX 16.4 126

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

123
}δlativistiβFoππδβtsFonFwaσnδtiβF}δsonanβδFzaramδtδrsFanγFythδrFzropδrtiδsFoπFsnorσaniβF
wolδβulδsFanγFwδtalFmomplδxδsTFChallengesmandmAdvancesminmComputationalmChemistrymandmPhysicsRF
2010RF[XWS[cb

0.7 15

122
}δlativistiβFhyαriγFγδnsityFπunβtionalFβalβulationsFoπFinγirδβtFnuβlδarFspinâ��spinFβouplinσFtδnsorsFâ��F
momparisonFwithFδxpδrimδntFπorFγiatomiβFalkaliFmδtalFhaliγδsRTFCanadianmJournalmofmChemistryRF2009RF
baRFcXaScZW

0.9 23

121 momputinσFβhiroptiβalFpropδrtiδsFwithFπirstSprinβiplδsFthδorδtiβalFmδthoγsdFαaβkσrounγFanγF
illustrativδFδxamplδsTFChiralityRF2009RFXWF‘upplFWRFoWW]S[X 2.1 264

120 mharσδStransπδrFδxβitationsFanγFtimδSγδpδnγδntFγδnsityFπunβtionalFthδorydFproαlδmsFanγFsomδF
proposδγFsolutionsTFChemPhysChemRF2009RFWVRFWa[aS]V 3.2 167

119 waσnituγδFoπFπinitδSnuβlδusSsizδFδππδβtsFinFrδlativistiβFγδnsityFπunβtionalFβomputationsFoπFinγirδβtF
xw}FnuβlδarFspinSspinFβouplinσFβonstantsTFChemPhysChemRF2009RFWVRFXXaZSbY 3.2 64

118 xw}FβomputationsFπorFβarαonFnanotuαδsFπromFπirstFprinβiplδsdFzrδsδntFstatusFanγFπuturδFγirδβtionsTF
InternationalmJournalmofmQuantummChemistryRF2009RFWVcRFYYZYSYY]a 2.1 25

117
ssFβharσδFtransπδrFtransitionsFrδallyFtooFγiππiβultFπorFstanγarγFγδnsityFπunβtionalsForFarδFthδyFjustFaF
proαlδmFπorFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryFαasδγFonFaFlinδarFrδsponsδFapproaβhTF
ComputationalmandmTheoreticalmChemistryRF2009RFcWZRFWV]SWVc

53

116 kββuratδFγipolδFpolarizaαilitiδsFπorFwatδrFβlustδrsFngXSWXFatFthδFβouplδγSβlustδrFlδvδlFoπFthδoryFanγF
αδnβhmarkinσFoπFvariousFγδnsityFπunβtionalsTFJournalmofmChemicalmPhysicsRF2009RFWYWRFXWZWVY 3.9 78

115 kFγδnsityFπunβtionalFstuγyFoπFthδFWYmFxw}FβhδmiβalFshiπtsFinFπluorinatδγFsinσlδSwallδγFβarαonF
nanotuαδsTFJournalmofmPhysicalmChemistrymARF2009RFWWYRFZWWaSXZ 2.8 28

114 momputationalFstuγyFonFthδFsδlδβtivityFoπFγonorUaββδptorSsuαstitutδγFrhoγiumFβarαδnoiγsTFJournalm
ofmOrganicmChemistryRF2009RFaZRF][[[S]Y 4.2 154

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

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

111 ‘oliγSstatδFβhlorinδFxw}FoπFσroupFs—FtransitionFmδtalForσanomδtalliβFβomplδxδsTFJournalmofmthem
AmericanmChemicalmSocietyRF2009RFWYWRFYYWaSYV 16.4 79

110 mhaptδrFWF}δlativistiβFmomputationsFoπFxw}FzaramδtδrsFπromFpirstFzrinβiplδsdF’hδoryFanγF
kppliβationsTFAnnualmReportsmonmNMRmSpectroscopyRF2009RF]aRFWSc[ 1.7 115

109
’woSβomponδntFrδlativistiβFγδnsityFπunβtionalFmδthoγFπorFβomputinσFnonsinσularFβomplδxFlinδarF
rδsponsδFoπFmolδβulδsFαasδγFonFthδFzδrothForγδrFrδσularFapproximationTFJournalmofmChemicalm
PhysicsRF2009RFWYVRFWcZWVX

3.9 38

108 oxpδrimδntalFanγFthδorδtiβalFinvδstiσationsFoπFsδlδniumFnuβlδarFmaσnδtiβFshiδlγinσFtδnsorsFinF‘δâ��xF
hδtδroβyβlδsTFCanadianmJournalmofmChemistryRF2009RFbaRFW[Z]SW[]Z 0.9 13

Jochen Autschbach

16



107
wδtalSαisNhδliβδnδOFassδmαliδsFinβorporatinσFpiSβonjuσatδγFphospholδSazahδliβδnδFliσanγsdF
impaβtinσFβhiroptiβalFpropδrtiδsFαyFmδtalFvariationTFJournalmofmthemAmericanmChemicalmSocietyRF2009RF
WYWRFYWbYS[

16.4 120

106 ‘pδβtrosβopiβFzropδrtiδsFyαtainδγFπromF’imδSnδpδnγδntFnδnsityFpunβtionalF’hδoryFN’nSnp’OF
2009RF 1

105 zaramaσnδtiβFδππδβtsFonFthδFxw}FspδβtraFoπFHγiamaσnδtiβHF
ruthδniumNαisSphosphinδONαisSsδmiquinonδOFβomplδxδsTFInorganicmChemistryRF2009RFZbRF[[VZSWW 5.1 25

104
ynFthδFrδlationFαδtwδδnFtimδSγδpδnγδntFanγFvariationalFγδnsityFπunβtionalFthδoryFapproaβhδsFπorF
thδFγδtδrminationFoπFδxβitationFδnδrσiδsFanγFtransitionFmomδntsTFJournalmofmChemicalmPhysicsRF2009
RFWYVRFW[ZWVX

3.9 90

103
momαinδγFδxpδrimδntalFanγFβomputationalFstuγiδsFoπFhδtδroαimδtalliβFliS}hFpaγγlδwhδδlF
βarαoxylatδsFasFβatalystsFπorFmδtalFβarαδnoiγFtransπormationsTFJournalmofmOrganicmChemistryRF2009RF
aZRF][]ZSaW

4.2 53

102 onhanβδmδntFoπFs}FanγF—mnFintδnsitiδsFγuδFtoFβharσδFtransπδrTFPhysicalmChemistrymChemicalmPhysicsRF
2009RFWWRFW[X]SYb 3.6 50

101
‘ynthδsisFanγFβharaβtδrizationFoπFthδFtrihalophosphinδFβompounγsFoπFruthδniumF
ö}uXXNδtaN]OSβymδnδONz³YOüFNXFgFmlRFlrRF³FgFpRFmlRFlrOFanγFthδFrδlatδγFzpXNxwδXOFanγFzNxwδXOYF
βompounγseFmultinuβlδarFxw}FspδβtrosβopyFanγFthδFXSrayFsinσlδFβrystalFstruβturδsFoπF
ö}ulrXNδtaN]OSβymδnδONzpYOüRFö}ulrXNδtaN]OSβymδnδONzpX{xwδX}OüRFanγF
ö}usXNδtaN]OSβymδnδONz{xwδX}YOüTFInorganicmChemistryRF2008RFZaRFcXacScX

5.1 12

100 nδnsityFpunβtionalF‘tuγyFoπFthδFWYmFxw}FmhδmiβalF‘hiπtsFinF‘inσlδS allδγFmarαonFxanotuαδsFwithF
‘tonδâ�� alδsFnδπδβtsTFJournalmofmPhysicalmChemistrymCRF2008RFWWXRFWWaZZSWWa[V 3.8 44

99 knalyzinσFxw}FshiδlγinσFtδnsorsFβalβulatδγFwithFtwoSβomponδntFrδlativistiβFmδthoγsFusinσF
spinSπrδδFloβalizδγFmolδβularForαitalsTFJournalmofmChemicalmPhysicsRF2008RFWXbRFW]ZWWX 3.9 106

98
’woSβomponδntFrδlativistiβFhyαriγFγδnsityFπunβtionalFβomputationsFoπFnuβlδarFspinSspinFβouplinσF
tδnsorsFusinσF‘latδrStypδFαasisFsδtsFanγFγδnsitySπittinσFtδβhniquδsTFJournalmofmChemicalmPhysicsRF
2008RFWXcRFVcZWV[

3.9 60

97
kαFsnitioFanγFnδnsityFpunβtionalF’hδoryFwoγδlinσFoπFthδFmhiroptiβalF}δsponsδFoπFqlyβinδFanγF
klaninδFinF‘olutionF–sinσFoxpliβitF‘olvationFanγFwolδβularFnynamiβsTFJournalmofmChemicalmTheorymandm
ComputationRF2008RFZRFWcVXSWZ

6.4 40

96 momputationalFmoγδlinσFoπFthδFoptiβalFrotationFoπFaminoFaβiγsdFaFnδwFlookFatFanFolγFrulδFπorFprF
γδpδnγδnβδFoπFoptiβalFrotationTFJournalmofmthemAmericanmChemicalmSocietyRF2008RFWYVRFZZVZSWZ 16.4 35

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

94 oxpδrimδntalFanγFthδorδtiβalFinvδstiσationsFoπFthδFthδrmoγynamiβFstaαilityFoπFlaSβN]VOFanγFuSmN]VOF
βompounγFβlustδrsTFACSmNanoRF2008RFXRFWVVVSWZ 16.7 11

93 mirβularFγiβhroismFoπFtriσonalFγihδγralFβhromiumNsssOFβomplδxδsdFaFthδorδtiβalFstuγyFαasδγFonF
opδnSshδllFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryTFInorganicmChemistryRF2008RFZaRFWW][]S]b 5.1 25

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

91 kppliβationFoπFmaσnδtiβallyFpδrturαδγFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryFtoFmaσnδtiβF
βirβularFγiβhroismTFssTFmalβulationFoπFkFtδrmsTFJournalmofmChemicalmPhysicsRF2008RFWXbRFXYZWVX 3.9 41

90 kFrδvisδγFδlδβtroniβFrδssianFπorFapproximatδFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryTFJournalmofm
ChemicalmPhysicsRF2008RFWXcRFWbZWWZ 3.9 62

(2008-2009)

17



89
’imδSγδpδnγδntFγδnsitySπunβtionalSthδoryFβalβulationFoπFthδFvanFγδrF aalsFβoδππiβiδntFm]FoπF
alkaliSmδtalFatomsFviRFxaRFueFalkaliSmδtalFγimδrsFviXRFxaXRFuXeFsoγiumFβlustδrsFxaneFanγFπullδrδnδF
m]VTFPhysicalmReviewmARF2008RFabRF

2.6 10

88
kppliβationFoπFmaσnδtiβallyFpδrturαδγFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryFtoFmaσnδtiβF
βirβularFγiβhroismTFsssTF’δmpδraturδSγδpδnγδntFmaσnδtiβFβirβularFγiβhroismFinγuβδγFαyFspinSorαitF
βouplinσTFJournalmofmChemicalmPhysicsRF2008RFWXcRFWVZWV[

3.9 29

87 kppliβationFoπFmaσnδtiβallyFpδrturαδγFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryFtoFmaσnδtiβF
βirβularFγiβhroismdFβalβulationFoπFlFtδrmsTFJournalmofmChemicalmPhysicsRF2008RFWXbRFWZZWV[ 3.9 40

86 knalyzinσFztFβhδmiβalFshiπtsFβalβulatδγFπromFrδlativistiβFγδnsityFπunβtionalFthδoryFusinσFloβalizδγF
orαitalsdFthδFrolδFoπFztF[γFlonδFpairsTFMagneticmResonanceminmChemistryRF2008RFZ]F‘upplFWRF‘Z[S[[ 2.1 98

85 pastFσδnδrationFoπFnonrδsonantFanγFrδsonantFoptiβalFrotatoryFγispδrsionFβurvδsFwithFthδFhδlpFoπF
βirβularFγiβhroismFβalβulationsFanγFuramδrsSuroniσFtransπormationsTFChiralityRF2008RFXVRFcc[SWVVb 2.1 16

84 kFpraσmatiβFrδβipδFπorFthδFtrδatmδntFoπFhinγδrδγFrotationsFinFthδFviαrationalFavδraσinσFoπF
molδβularFpropδrtiδsTFChemPhysChemRF2008RFcRFW[cSaV 3.2 34

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

82 —iαrationalFβorrδβtionsFtoFmaσnδtoSoptiβalFrotationdFaFβomputationalFstuγyTFJournalmofmPhysicalm
ChemistrymARF2007RFWWWRF[[]YSaW 2.8 10

81 wolδβularFγynamiβsFβomputationalFstuγyFoπFthδFWccrσSWccrσFxw}FspinSspinFβouplinσFβonstantsFoπF
örσSrσSrσüXQFinF‘yXFsolutionTFJournalmofmthemAmericanmChemicalmSocietyRF2007RFWXcRFWWVcYSc 16.4 24

80 xw}FmδasurδmδntsFanγFγδnsityFπunβtionalFβalβulationsFoπFthδFWccrσSWYmFspinSspinFβouplinσFtδnsorF
inFmδthylmδrβuryFhaliγδsTFJournalmofmPhysicalmChemistrymARF2007RFWWWRF[YZYSb 2.8 26

79 wδβhanistiβFstuγiδsFoπF–—FassistδγFöZFQFXüFβyβloaγγitionsFinFsynthδtiβFδππortsFtowarγFviαsaninFoTF
JournalmofmthemAmericanmChemicalmSocietyRF2007RFWXcRFWVa]YSaX 16.4 28

78 }δlativistiβFmomputationFoπFxw}F‘hiδlγinσsFanγF‘pinS‘pinFmouplinσFmonstantsF2007RF 2

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

76 nδnsityFpunβtionalF‘tuγiδsFoπFthδFWYmFxw}FmhδmiβalF‘hiπtsFinF‘inσlδâ�� allδγFmarαonFxanotuαδsTF
AIPmConferencemProceedingsRF2007RF 0 1

75 nownπolγinσFanγFxSizationFoπFlasisF‘δtsFoπF‘latδrF’ypδFyrαitalsTFAIPmConferencemProceedingsRF2007RF 0 1

74 ’δmpδraturδFγδpδnγδnβδFoπFthδFoptiβalFrotationFinFsixFαiβyβliβForσaniβFmolδβulδsFβalβulatδγFαyF
viαrationalFavδraσinσTFChemPhysChemRF2007RFbRF]V[SW] 3.2 28

73 nδnsityFπunβtionalFthδoryFappliδγFtoFβalβulatinσFoptiβalFanγFspδβtrosβopiβFpropδrtiδsFoπFmδtalF
βomplδxδsdFxw}FanγFoptiβalFaβtivityTFCoordinationmChemistrymReviewsRF2007RFX[WRFWac]SWbXW 23.2 76

72  hyFthδFzartiβlδSinSaSloxFwoγδlF orksF δllFπorFmyaninδFnyδsFαutFxotFπorFmonjuσatδγFzolyδnδsTF
JournalmofmChemicalmEducationRF2007RFbZRFWbZV 2.4 13

Jochen Autschbach

18



71 knalyzinσFmolδβularFpropδrtiδsFβalβulatδγFwithFtwoSβomponδntFrδlativistiβFmδthoγsFusinσFspinSπrδδF
naturalFαonγForαitalsdFxw}FspinSspinFβouplinσFβonstantsTFJournalmofmChemicalmPhysicsRF2007RFWXaRFWXZWV] 3.9 46

70
malβulationFoπFthδFmaσnδtiβFβirβularFγiβhroismFlFtδrmFπromFthδFimaσinaryFpartFoπFthδF—δrγδtF
βonstantFusinσFγampδγFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF
2007RFWXaRFXZZWVX

3.9 43

69 nδvδlopmδntFoπFaFsumSovδrSstatδsFγδnsityFπunβtionalFthδoryFπorFαothFδlδβtriβFanγFmaσnδtiβFstatiβF
rδsponsδFpropδrtiδsTFJournalmofmChemicalmPhysicsRF2007RFWX]RFWaZWVY 3.9 18

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

67
‘tatiβFanγFγynamiβFsδβonγFhypδrpolarizaαilityFβalβulatδγFαyFtimδSγδpδnγδntFγδnsityFπunβtionalF
βuαiβFrδsponsδFthδoryFwithFloβalFβontriαutionFanγFnaturalFαonγForαitalFanalysisTFJournalmofmChemicalm
PhysicsRF2007RFWXaRFVaZWVZ

3.9 26

66 malβulationFoπFstatiβFanγFγynamiβFlinδarFmaσnδtiβFrδsponsδFinFapproximatδFtimδSγδpδnγδntFγδnsityF
πunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF2007RFWX]RFVXZWVW 3.9 48

65 }δsonanβδFviαrationalF}amanFoptiβalFaβtivitydFaFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryF
approaβhTFJournalmofmChemicalmPhysicsRF2007RFWXaRFWYZWVW 3.9 68

64 kFquantumFβhδmiβalFapproaβhFtoFthδFγδsiσnFoπFβhiralFnδσativδFinγδxFmatδrialsTFOpticsmExpressRF2007RF
W[RF[aYVSZW 3.3 45

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

62 kFγδnsityFπunβtionalFstuγyFoπFthδFWYmFxw}FβhδmiβalFshiπtsFinFπunβtionalizδγFsinσlδSwallδγFβarαonF
nanotuαδsTFJournalmofmthemAmericanmChemicalmSocietyRF2007RFWXcRFZZYVSc 16.4 45

61 malβulationFoπFthδF’δrmFoπFwaσnδtiβFmirβularFniβhroismTFkF’imδSnδpδnγδntFnδnsityFpunβtionalF
’hδoryFkpproaβhTFJournalmofmChemicalmTheorymandmComputationRF2007RFYRFZYZSZa 6.4 41

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

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

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

57
nδnsityFπunβtionalFβomputationsFoπFcc}uFβhδmiβalFshiπtsdFrδlativistiβFδππδβtsRFinπluδnβδFoπFthδF
γδnsityFπunβtionalRFanγFstuγyFoπFsolvδntFδππδβtsFonFπaβSö}uNmyOYsYüSTFMagneticmResonanceminm
ChemistryRF2006RFZZRFcbcSWVVa

2.1 18

56 waσiβFalkaliSπullδrδnδFβompounγFβlustδrsFoπFδxtrδmδFthδrmalFstaαilityTFJournalmofmChemicalmPhysicsRF
2006RFWX[RFWcWWVX 3.9 10

55 ’imδFγδpδnγδntFγδnsityFπunβtionalFthδoryFmoγδlinσFoπFβhiroptiβalFpropδrtiδsFoπFsmallFaminoFaβiγsF
inFsolutionTFJournalmofmPhysicalmChemistrymARF2006RFWWVRFZWW[SXY 2.8 46

54 malβulationFoπForiσinSinγδpδnγδntFoptiβalFrotationFtδnsorFβomponδntsFinFapproximatδF
timδSγδpδnγδntFγδnsityFπunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF2006RFWX[RFYZWVX 3.9 60

(2006-2007)

19



53
‘tuγyFoπFstatiβFanγFγynamiβFπirstFhypδrpolarizaαilitiδsFusinσFtimδSγδpδnγδntFγδnsityFπunβtionalF
quaγratiβFrδsponsδFthδoryFwithFloβalFβontriαutionFanγFnaturalFαonγForαitalFanalysisTFJournalmofm
ChemicalmPhysicsRF2006RFWX[RFXYZWVW

3.9 37

52 ’δmpδraturδFγδpδnγδnβδFoπFthδFoptiβalFrotationFoπFπδnβhonδFβalβulatδγFαyFviαrationalFavδraσinσTF
JournalmofmPhysicalmChemistrymARF2006RFWWVRFWWYbWSY 2.8 35

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

50
malβulationFoπFβirβularFγiβhroismFspδβtraFπromFoptiβalFrotatoryFγispδrsionRFanγFviβδFvδrsaRFasF
βomplδmδntaryFtoolsFπorFthδorδtiβalFstuγiδsFoπFoptiβalFaβtivityFusinσFtimδSγδpδnγδntFγδnsityF
πunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF2006RFWX[RFWcZWWV

3.9 50

49 nδnsityFπunβtionalFstuγyFoπFthδFWYmFxw}FβhδmiβalFshiπtsFinFsmallStoSmδγiumSγiamδtδrFinπinitδF
sinσlδSwallδγFβarαonFnanotuαδsTFJournalmofmPhysicalmChemistrymARF2006RFWWVRFWWcc[SXVVZ 2.8 62

48
’owarγFanFaββuratδFγδtδrminationFoπFWc[ztFβhδmiβalFshiπtsFαyFγδnsityFπunβtionalFβomputationsdFthδF
importanβδFoπFunspδβiπiβFsolvδntFδππδβtsFanγFthδFγδpδnγδnβδFoπFztFmaσnδtiβFshiδlγinσFβonstantsF
onFstruβturalFparamδtδrsTFInorganicmChemistryRF2006RFZ[RFYYW]SXZ

5.1 64

47
·δroSpointFβorrδβtionsFanγFtδmpδraturδFγδpδnγδnβδFoπFrnFspinSspinFβouplinσFβonstantsFoπFhδavyF
mδtalFhyγriγδFanγFγihyγroσδnFβomplδxδsFβalβulatδγFαyFviαrationalFavδraσinσTFJournalmofmthem
AmericanmChemicalmSocietyRF2006RFWXbRFWVV]VSaX

16.4 37

46
’imδSγδpδnγδntFγδnsityFπunβtionalFβalβulationsFoπFoptiβalFrotatoryFγispδrsionFinβluγinσFrδsonanβδF
wavδlδnσthsFasFaFpotδntiallyFusδπulFtoolFπorFγδtδrmininσFaαsolutδFβonπiσurationsFoπFβhiralF
molδβulδsTFJournalmofmPhysicalmChemistrymARF2006RFWWVRFXZ]WSaY

2.8 69

45 ’imδFγδpδnγδntFγδnsityFπunβtionalFthδoryFmoγδlinσFoπFspδβiπiβFrotationFanγFoptiβalFrotatoryF
γispδrsionFoπFthδFaromatiβFaminoFaβiγsFinFsolutionTFJournalmofmPhysicalmChemistrymARF2006RFWWVRFWXcVbSWa 2.8 30

44 mirβularFγiβhroismFspδβtrumFoπFömoNδnOYüYQFinFwatδrdFkFγisβrδtδFsolvδntFrδaβtionFπiδlγFstuγyTF
InternationalmJournalmofmQuantummChemistryRF2006RFWV]RFXZacSXZbb 2.1 30

43 waσnituγδFoπFzδroSpointFviαrationalFβorrδβtionsFtoFoptiβalFrotationFinFriσiγForσaniβFmolδβulδsdFaF
timδSγδpδnγδntFγδnsityFπunβtionalFstuγyTFJournalmofmPhysicalmChemistrymARF2005RFWVcRFb]WaSXY 2.8 97

42
nδnsityFpunβtionalF‘tuγyFoπFrSnFmouplinσFmonstantsFinFrδavyFwδtalFnihyγroσδnFanγFnihyγriγδF
momplδxδsdFF’hδF}olδFoπFqδomδtryRF‘pinSyrαitFmouplinσRFanγFqraγiδntFmorrδβtionsFinFthδF
oxβhanσδSmorrδlationFuδrnδlTFJournalmofmChemicalmTheorymandmComputationRF2005RFWRF]VWSWW

6.4 20

41 ynFthδForiσinFoπFoptiβalFaβtivityFinFtrisSγiaminδFβomplδxδsFoπFmoNsssOFanγF}hNsssOdFaFsimplδFmoγδlFαasδγF
onFtimδSγδpδnγδntFγδnsityFπunβtionFthδoryTFJournalmofmthemAmericanmChemicalmSocietyRF2005RFWXaRFca[Sb[16.4 71

40 ’hδorδtiβalFmδthoγsFoπFpotδntialFusδFπorFstuγiδsFoπFinorσaniβFrδaβtionFmδβhanismsTFChemicalm
ReviewsRF2005RFWV[RFX]c[SaXX 68.1 364

39 pinitδFliπδtimδFδππδβtsFonFthδFpolarizaαilityFwithinFtimδSγδpδnγδntFγδnsitySπunβtionalFthδoryTF
JournalmofmChemicalmPhysicsRF2005RFWXXRFXXZWW[ 3.9 146

38 malβulationFoπF—δrγδtFβonstantsFwithFtimδSγδpδnγδntFγδnsityFπunβtionalFthδorydFimplδmδntationF
anγFrδsultsFπorFsmallFmolδβulδsTFJournalmofmChemicalmPhysicsRF2005RFWXXRFVaZWV[ 3.9 55

37 malβulationFoπFoptiβalFrotationFwithFtimδSpδrioγiβFmaσnδtiβSπiδlγSγδpδnγδntFαasisFπunβtionsFinF
approximatδFtimδSγδpδnγδntFγδnsitySπunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF2005RFWXYRFWWZWVY 3.9 83

36 nδnsityFπunβtionalFβalβulationFoπFthδFδlδβtroniβFβirβularFγiβhroismFspδβtraFoπFthδFtransitionFmδtalF
βomplδxδsFöwNphδnOYüXQFNwFgFpδRF}uRFysOTFJournalmofmPhysicalmChemistrymARF2005RFWVcRFZbY]SZ] 2.8 53

Jochen Autschbach

20



35 ’hδFHinvisiαlδHFWYmFxw}FβhδmiβalFshiπtFoπFthδFβδntralFβarαonFatomFinFöNzhYzkuO]müXQdFaFthδorδtiβalF
invδstiσationTFChemistrym-mAmEuropeanmJournalRF2005RFWWRFW]aaSb] 4.8 12

34 kFσauσδSoriσinFinγδpδnγδntFδxprδssionFπorFthδF—δrγδtFβonstantFwithinFthδFtimδSγδpδnγδntFγδnsityF
πunβtionalFthδoryTFInternationalmJournalmofmQuantummChemistryRF2005RFWVWRF[aXS[ab 2.1 14

33 kαFinitioFβalβulationFoπFthδFmUnFratioFoπFmaσnδtiβFβirβularFγiβhroismTFJournalmofmChemicalmPhysicsRF
2005RFWXXRFVcZWWX 3.9 29

32 ’hδoryFanγFmδthoγFπorFβalβulatinσFrδsonanβδF}amanFsβattδrinσFπromFrδsonanβδFpolarizaαilityF
γδrivativδsTFJournalmofmChemicalmPhysicsRF2005RFWXYRFWaZWWV 3.9 155

31 smportanβδFoπFviαroniβFδππδβtsFonFthδFβirβularFγiβhroismFspδβtrumFoπFγimδthyloxiranδTFJournalmofm
ChemicalmPhysicsRF2005RFWXXRFXYZYV[ 3.9 52

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

29 malβulationFoπFrδavySxuβlδusFmhδmiβalF‘hiπtsTF}δlativistiβFkllSolδβtronFwδthoγsF2004RFXXaSXZa 34

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

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

26
‘olvδntFδππδβtsFonFWc[ztFanγFXV[’lFxw}FβhδmiβalFshiπtsFoπFthδFβomplδxδsFöNxmO[ztSS’lNmxOnünSF
NngVSYORFanγFöNxmO[ztSS’lSSztNmxO[üYSFstuγiδγFαyFrδlativistiβFγδnsityFπunβtionalFthδoryTFChemistrym-mAm
EuropeanmJournalRF2004RFWVRFX[bWSc

4.8 45

25 zropδrtiδsFoπF kuWXTFPhysicalmChemistrymChemicalmPhysicsRF2004RF]RFWWSXX 3.6 93

24 ’hδFmalβulationFoπFxw}FzaramδtδrsFinF’ransitionFwδtalFmomplδxδsTFStructuremandmBondingRF2004RFWSZb 0.9 64

23 malβulationFoπFthδFkFtδrmFoπFmaσnδtiβFβirβularFγiβhroismFαasδγFonFtimδFγδpδnγδntSγδnsityF
πunβtionalFthδoryFsTFpormulationFanγFimplδmδntationTFJournalmofmChemicalmPhysicsRF2004RFWXVRFWVcZXS[Z 3.9 50

22 nδnsityFπunβtionalFβalβulationsFoπFthδFWYmFxw}FβhδmiβalFshiπtsFinFNcRVOFsinσlδSwallδγFβarαonF
nanotuαδsTFJournalmofmthemAmericanmChemicalmSocietyRF2004RFWX]RFWYVacSbb 16.4 148

21 nouαlδFpδrturαationFthδorydFaFpowδrπulFtoolFinFβomputationalFβoorγinationFβhδmistryTFCoordinationm
ChemistrymReviewsRF2003RFXYbSXYcRFbYSWX] 23.2 86

20
kFthδorδtiβalFstuγyFoπFthδFxw}FspinSspinFβouplinσFβonstantsFoπFthδFβomplδxδsF
öNxmON[OztS’lNmxONnOüNnSOFNnFgFVSYOFanγFöNxmON[OztS’lSztNmxON[OüNYSOdFaFlδssonFonFδnvironmδntalFδππδβtsTF
JournalmofmthemAmericanmChemicalmSocietyRF2003RFWX[RFWY[b[ScY

16.4 41

19 kFthδorδtiβalFstuγyFoπFthδFlarσδFrσSrσFspinSspinFβouplinσFβonstantsFinFrσNXONXQORFrσNYONXQORFanγF
rσNXONXQOSβrownFδthδrFβomplδxδsTFJournalmofmthemAmericanmChemicalmSocietyRF2003RFWX[RFZcYaSZX 16.4 31

18 ’hδorδtiβalFinvδstiσationFoπFthδFapparδntlyFirrδσularFαδhaviorFoπFptSptFnuβlδarFspinSspinFβouplinσF
βonstantsTFJournalmofmthemAmericanmChemicalmSocietyRF2003RFWX[RFWVXbSYX 16.4 37

(2003-2005)

21



17 ynFthδForiσinFoπFthδFoptiβalFaβtivityFinFthδFγSγFtransitionFrδσionFoπFtrisSαiγδntatδFmoNsssOFanγF}hNsssOF
βomplδxδsTFInorganicmChemistryRF2003RFZXRFbcVXSWV 5.1 45

16 nδnsityFπunβtionalFβalβulationsFonFδlδβtroniβFβirβularFγiβhroismFspδβtraFoπFβhiralFtransitionFmδtalF
βomplδxδsTFInorganicmChemistryRF2003RFZXRFXb]aSaa 5.1 86

15 WYmâ��aa‘δFanγFaa‘δâ��aa‘δFspinâ��spinFβouplinσFtδnsorsFinFβarαonFγisδlδniγδdFxw}FδxpδrimδntsFanγF
·y}kFnp’FβalβulationsTFPhysicalmChemistrymChemicalmPhysicsRF2003RF[RFZ[[WSZ[[[ 3.6 15

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

13 nδpδnγδnβδFoπFrδlativistiβFδππδβtsFonFδlδβtroniβFβonπiσurationFinFthδFnδutralFatomsFoπFγSFanγFπSαloβkF
δlδmδntsTFJournalmofmComputationalmChemistryRF2002RFXYRFbVZSWY 3.5 89

12 zδrioγiβFtrδnγsFinFinγirδβtFnuβlδarFspinSspinFβouplinσFtδnsorsdFrδlativistiβFγδnsityFπunβtionalF
βalβulationsFπorFintδrhaloσδnFγiatomiβsTFJournalmofmthemAmericanmChemicalmSocietyRF2002RFWXZRFZbcZScVV 16.4 50

11 mhiroptiβalFpropδrtiδsFπromFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryTFssTFyptiβalFrotationsFoπFsmallF
toFmδγiumFsizδγForσaniβFmolδβulδsTFJournalmofmChemicalmPhysicsRF2002RFWWaRF[bWS[cX 3.9 168

10 mhiroptiβalFpropδrtiδsFπromFtimδSγδpδnγδntFγδnsityFπunβtionalFthδoryTFsTFmirβularFγiβhroismFspδβtraF
oπForσaniβFmolδβulδsTFJournalmofmChemicalmPhysicsRF2002RFWW]RF]cYVS]cZV 3.9 346

9 malβulatinσFmolδβularFδlδβtriβFanγFmaσnδtiβFpropδrtiδsFπromFtimδSγδpδnγδntFγδnsityFπunβtionalF
rδsponsδFthδoryTFJournalmofmChemicalmPhysicsRF2002RFWW]RFbcWSbc] 3.9 86

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

7 murinσFγiππiβultFβasδsFinFmaσnδtiβFpropδrtiδsFprδγiβtionFwithFsδlπSintδraβtionFβorrδβtδγFγδnsityF
πunβtionalFthδoryTFJournalmofmChemicalmPhysicsRF2001RFWW[RFX]SZX 3.9 118

6 ‘olvδntFδππδβtsFonFhδavyFatomFnuβlδarFspinSspinFβouplinσFβonstantsdFaFthδorδtiβalFstuγyFoπFrσSmFanγF
ztSzFβouplinσsTFJournalmofmthemAmericanmChemicalmSocietyRF2001RFWXYRFYYZWSc 16.4 69

5 kFthδorδtiβalFinvδstiσationFoπFthδFrδmarkaαlδFnuβlδarFspinSspinFβouplinσFpattδrnFinF
öNxmON[OztS’lNmxOüNSOTFJournalmofmthemAmericanmChemicalmSocietyRF2001RFWXYRF[YXVSZ 16.4 56

4 }δlativistiβFδlδβtronFγδnsitiδsFinFthδFπourSβomponδntFniraβFrδprδsδntationFanγFinFthδF
twoSβomponδntFpiβturδTFTheoreticalmChemistrymAccountsRF2000RFWVZRFbXSbb 1.9 25

3
xuβlδarFspinâ��spinFβouplinσFβonstantsFπromFrδσularFapproximatδFrδlativistiβFγδnsityFπunβtionalF
βalβulationsTFsTFpormalismFanγFsβalarFrδlativistiβFrδsultsFπorFhδavyFmδtalFβompounγsTFJournalmofm
ChemicalmPhysicsRF2000RFWWYRFcY]ScZa

3.9 218

2  hδrδFnoFthδFporβδsFinFwolδβulδsFmomδFπromiFkFnδnsityFpunβtionalF‘tuγyFoπFxXFanγFrmlTFJournalmofm
PhysicalmChemistrymARF2000RFWVZRF]VYcS]VZ] 2.8 16

1 xuβlδarFspinâ��spinFβouplinσFβonstantsFπromFrδσularFapproximatδFrδlativistiβFγδnsityFπunβtionalF
βalβulationsTFssTF‘pinâ��orαitFβouplinσFδππδβtsFanγFanisotropiδsTFJournalmofmChemicalmPhysicsRF2000RFWWYRFcZWVScZWb3.9 189

Jochen Autschbach

22


