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284 ”heHlongUawaitedHsynthesisHandHselfUassemblyHofHaHsmallHrigidHUsymmetricHtrilactamVVHChemicalf
CommunicationsTH2022TH 5.8 1

283 ”heH“tateHofHrortranVHComputingfinfSciencefandfEngineeringTH2022THYUY 1.5 0

282 nenchmarkH“tudyHonHtheHoalculationHofH“nHzy’HohemicalH“hiftsVVHInorganicfChemistryTH2022THbYTH[eX[U[eYc5.1 1

281 pispersionHcorrectedHr“omzHbasedHglobalHhybridHfunctionalsfHr“omzhTHr“omzXTHandHr“omzaXVVH
JournalfoffChemicalfPhysicsTH2022THYabTHY[]YXa 3.9 4

280 tydrogenHatomHtransferHratesHfromH”pUcontainingHmetalUhydridesHtoHtritylHradicalsVHCanadianf
JournalfoffChemistryTH2021THeeTHZYbUZZX 0.9 1

279 xigandH}rotonationHatHoarbonTHnotHzitrogenTHduringHtH}roductionHwithHmmineU’ichHuronH
qlectrocatalystsVHInorganicfChemistryTH2021THbXTHYc]XcUYc]Y[ 5.1 0

278 zanoscaleHˇ�UconjugatedHladdersVHNaturefCommunicationsTH2021THYZTHbbY] 17.4 2

277 oomputerUaidedHsimulationHofHinfraredHspectraHofHethanolHconformationsHinHgasTHliquidHandHinHoolH
solutionVHJournalfoffComputationalfChemistryTH2021TH 3.5 4

276
QuantumHohemistryHoommonHpriverHandHpatabasesHPQopnQHandHQuantumHohemistryHqngineH
PQoqngineQfHmutomationHandHinteroperabilityHamongHcomputationalHchemistryHprogramsVHJournalfoff
ChemicalfPhysicsTH2021THYaaTHZX]dXY

3.9 3

275 tru}UmssistedH“ingleHoUrHnondHmctivationHofH”rifluoromethylHwetonesHusingHVisibleUxightH
}hotoredoxHoatalysisVHAngewandtefChemiefvfInternationalfEditionTH2021TH 16.4 8

274 “electiveHoatalyticHrrustratedHxewisH}airHtydrogenationHofHo{HinHtheH}resenceHofH“ilylhalidesVH
AngewandtefChemiefvfInternationalfEditionTH2021THbXTHZaccYUZacca 16.4 2

273 mutomatedHQuantumHohemistryUnasedHoalculationHofH{pticalH’otationHforHxargeHrlexibleH
yoleculesVHJournalfoffOrganicfChemistryTH2021THdbTHYaaZZUYaa[Y 4.2 3

272 noronUoatalyzedHtydroarylationHofHYT[UpienesHwithHmrylaminesVHOrganicfLettersTH2021THZ[THdeaZUdeac 6.2 3

271 ohiralHpibenzopentaleneUnasedHoonjugatedHzanohoopsHthroughH“tereoselectiveH“ynthesisVH
AngewandtefChemieTH2021THY[[THYXccaUYXcd] 3.6 1

270 ohiralHpibenzopentaleneUnasedHoonjugatedHzanohoopsHthroughH“tereoselectiveH“ynthesisVH
AngewandtefChemiefvfInternationalfEditionTH2021THbXTHYXbdXUYXbde 16.4 9

269 qfficientHQuantumHohemicalHoalculationHofH“tructureHqnsemblesHandHrreeHqnergiesHforHzonrigidH
yoleculesVHJournalfoffPhysicalfChemistryfATH2021THYZaTH]X[eU]Xa] 2.8 32

268 }erspectiveHonH“implifiedHQuantumHohemistryHyethodsHforHqxcitedH“tatesHandH’esponseH
}ropertiesVHJournalfoffPhysicalfChemistryfATH2021THYZaTH[d]YU[daY 2.8 5
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267
oommentHonHâ��”heHzatureHofHohalcogenUnondingU”ypeH”elluriumâ��zitrogenHunteractionsâ��fHrixingHtheH
pescriptionHofHriniteU”emperatureHqffectsH’estoresHtheHmgreementHnetweenHqxperimentHandH
”heoryVHAngewandtefChemieTH2021THY[[THY[ZaZUY[Zac

3.6 2

266 ”itanoceneUoatalyzedH[ZSZβHoycloadditionHofHnisenonesHandHoomparisonHwithH}hotoredoxHoatalysisH
andHqstablishedHyethodsVHAngewandtefChemiefvfInternationalfEditionTH2021THbXTHY][[eUY][]] 16.4 4

265 }redictingHtheHyassH“pectraHofHqnvironmentalH}ollutantsH–singHoomputationalHohemistryfHmHoaseH
“tudyHandHoriticalHqvaluationVHJournalfoffthefAmericanfSocietyfforfMassfSpectrometryTH2021TH[ZTHYaXdUYaYd3.5 4

264 ”itanoceneUoatalyzedH[ZSZβHoycloadditionHofHnisenonesHandHoomparisonHwithH}hotoredoxHoatalysisH
andHqstablishedHyethodsVHAngewandtefChemieTH2021THY[[THY]]bXUY]]ba 3.6 1

263
oommentHonHJ”heHzatureHofHohalcogenUnondingU”ypeH”elluriumUzitrogenHunteractionsJfHrixingHtheH
pescriptionHofHriniteU”emperatureHqffectsH’estoresHtheHmgreementHnetweenHqxperimentHandH
”heoryVHAngewandtefChemiefvfInternationalfEditionTH2021THbXTHY[Y]]UY[Y]e

16.4 4

262 qfficientHQuantumUohemicalHoalculationsHofHmcidHpissociationHoonstantsHfromHrreeUqnergyH
’elationshipsVHJournalfoffPhysicalfChemistryfATH2021THYZaTHabdYUabeZ 2.8 5

261 ximlt]UcatalyzedHumineHtydrogenationHwithHpihydrogenfHzewHpr”HyechanisticHunsightsVH
ChemCatChemTH2021THY[TH[]XYU[]X] 5.2 2

260 ’obustHandHqfficientHumplicitH“olvationHyodelHforHrastH“emiempiricalHyethodsVHJournalfoffChemicalf
TheoryfandfComputationTH2021THYcTH]ZaXU]ZbY 6.4 31

259 rromHQoquy“HtoHQoxy“fHmH”oolHtoH’outinelyHoalculateHoupHyassH“pectraH–singHyolecularH
pynamicsVHJournalfoffthefAmericanfSocietyfforfMassfSpectrometryTH2021TH[ZTHYc[aUYcaY 3.5 7

258 racileH“ynthesisHofHoyanideHandHusocyanidesHfromHo{VHAngewandtefChemiefvfInternationalfEditionTH
2021THbXTHYbebaUYbebe 16.4 4

257 rrustratedHxewisU}airHzeighborsHatHtheHöantheneHrrameworkfHqpimerizationHatH}hosphorusHandH
oooperativeHrormationHofHyacrocyclicHmdductH“tructuresVHChemistryfvfAfEuropeanfJournalTH2021THZcTHYZYX]UYZYY]4.8 0

256 ’evisitingHconformationsHofHmethylHlactateHinHwaterHandHmethanolVHJournalfoffChemicalfPhysicsTH
2021THYaaTHXZ]aXc 3.9 6

255 [oll“itβfH}arentH“iladodecahedraneHwithHqndohedralHohlorideHuonVHJournalfoffthefAmericanf
ChemicalfSocietyTH2021THY][THYXdbaUYXdcY 16.4 4

254 mH}rimaryHmcylH}hosphineH“tabilizedHbyHaH}hosphoniumHølideVHAngewandtefChemieTH2021THY[[THYdbeaUYdbee3.6 1

253 mH}rimaryHmcylH}hosphineH“tabilizedHbyHaH}hosphoniumHølideVHAngewandtefChemiefvfInternationalf
EditionTH2021THbXTHYda]cUYdaaY 16.4 2

252 qxtendedHtightUbindingHquantumHchemistryHmethodsVHWileyfInterdisciplinaryfReviews:fComputationalf
MolecularfScienceTH2021THYYTHeY]e[ 7.9 149

251 yechanisticHunsightsHforHpimethylH“ulfoxideHoatalyzedHmromaticHohlorinationH’eactionsVH
ChemCatChemTH2021THY[THZXcUZYY 5.2 2

250 QuantificationHofHzoncovalentHunteractionsHinHmzideU}nictogenTHUohalcogenTHandHUtalogenHoontactsVH
ChemistryfvfAfEuropeanfJournalTH2021THZcTH]bZcU]b[e 4.8 11
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249 “ensoryH}erceptionHofHzonUpeuteratedHandHpeuteratedH{rganicHoompoundsVHChemistryfvfAf
EuropeanfJournalTH2021THZcTHYX]bUYXab 4.8 1

248 ”heoreticalHstudyHonHconformationalHenergiesHofHtransitionHmetalHcomplexesVHPhysicalfChemistryf
ChemicalfPhysicsTH2021THZ[THZdcUZee 3.6 24

247 {xidationH–nderH’eductiveHoonditionsfHrromHnenzylicHqthersHtoHmcetalsHwithH}erfectH
mtomUqconomyHbyH”itanocenePuuuQHoatalysisVHAngewandtefChemiefvfInternationalfEditionTH2021THbXTHa]dZUa]dd16.4 8

246 {xidationH–nderH’eductiveHoonditionsfHrromHnenzylicHqthersHtoHmcetalsHwithH}erfectH
mtomUqconomyHbyH”itanocenePuuuQHoatalysisVHAngewandtefChemieTH2021THY[[THaa]ZUaa]d 3.6 5

245 oomprehensiveHnenchmarkH“tudyHonHtheHoalculationHofH“iHzy’HohemicalH“hiftsVHInorganicfChemistryTH
2021THbXTHZcZUZda 5.1 9

244 oalculationHofHabsoluteHmolecularHentropiesHandHheatHcapacitiesHmadeHsimpleVHChemicalfScienceTH
2021THYZTHbaaYUbabd 9.4 17

243 nenchmarkingHxondonHdispersionHcorrectedHdensityHfunctionalHtheoryHforHnoncovalentHionUˇ�H
interactionsVHPhysicalfChemistryfChemicalfPhysicsTH2021THZ[THYYb[aUYYb]d 3.6 7

242 xithiumHpicyclohexylamideHinH”ransitionUyetalUrreeHrischerU”ropschHohemistryVHJournalfoffthef
AmericanfChemicalfSocietyTH2021THY][THb[]Ub[d 16.4 22

241 ”heHpowerHofHtrichlorosilylationfHisolableHtrisilylatedHallylHanionsTHallylHradicalsTHandHallenylHanionsVH
ChemicalfScienceTH2021THYZTHYZ]YeUYZ]Zd 9.4 0

240 yechanisticHunsightsHforHzitromethaneHmctivationHintoH’eactiveHzitrogenatingH’eagentsVH
ChemCatChemTH2021THY[THZY[ZUZY[c 5.2 2

239 {xU“xuyfH“ynthesisHofHandH“iteU“pecificHxabellingHwithHaHtighlyHtydrophilicH”ritylH“pinHxabelVH
ChemistryfvfAfEuropeanfJournalTH2021THZcTHaZeZUaZec 4.8 13

238
“ingleU}ointHtessianHoalculationsHforHumprovedHVibrationalHrrequenciesHandH
’igidU’otorUtarmonicU{scillatorH”hermodynamicsVHJournalfoffChemicalfTheoryfandfComputationTH
2021THYcTHYcXYUYcY]

6.4 20

237 r“omzU[cfHmHJ“wissHarmyHknifeJHcompositeHelectronicUstructureHmethodVHJournalfoffChemicalfPhysicsTH
2021THYa]THXb]YX[ 3.9 65

236 r“omzUp]fHpispersionHcorrectedHmetaUgeneralizedHgradientHapproximationHforHgeneralHchemicalH
applicationsVHJournalfoffChemicalfPhysicsTH2021THYa]THXbYYXY 3.9 22

235 yechanisticHunsightsHforHmcidUcatalyzedH’earrangementHofHQuinoxalinUZUoneHwithHpiamineHandH
qnamineVHChemCatChemTH2021THY[THYaX[UYaXd 5.2 2

234 tighU”hroughputHzonUtargetedHohemicalH“tructureHudentificationH–singHsasU}haseHunfraredH“pectraVH
AnalyticalfChemistryTH2021THe[THYXbddUYXbeb 7.8

233 “oftwareHforHtheHfrontiersHofHquantumHchemistryfHmnHoverviewHofHdevelopmentsHinHtheHQUohemHaH
packageVHJournalfoffChemicalfPhysicsTH2021THYaaTHXd]dXY 3.9 115

232
}oyU’{w“HforHtheHpescriptionHofHohargeU”ransferH“tatesHinH“olutionfH“ingletU”ripletHsapsHwithH
ohemicalHmccuracyHfromH{penU“hellHwohnU“hamH’eactionUrieldHoalculationsVHJournalfoffPhysicalf
ChemistryfLettersTH2021THYZTHd]cXUd]dX

6.4 7
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231 oalculationHofHimprovedHenthalpyHandHentropyHofHvaporizationHbyHaHmodifiedHpartitionHfunctionHinH
quantumHclusterHequilibriumHtheoryVHJournalfoffChemicalfPhysicsTH2021THYaaTHYX]YXY 3.9 1

230 ’eactionsHofHaHpilithiomethaneHwithHo{HandHzH{fHmnHmvenueHtoHanHmnionicHweteneHandHaH
texafunctionalizedHnenzeneVHAngewandtefChemiefvfInternationalfEditionTH2021THbXTHZaZdYUZaZda 16.4 4

229 mssessingHpensityHrunctionalH”heoryHforHohemicallyH’elevantH{penU“hellH”ransitionHyetalH
’eactionsVHJournalfoffChemicalfTheoryfandfComputationTH2021THYcTHbY[]UbYaY 6.4 19

228 “tericHunfluenceHonH’eactionsHofHnenzylH}otassiumH“peciesHwithHo{VHChemistryfvfanfAsianfJournalTH
2021THYbTH[b]XU[b]] 4.5 1

227 mllUmtomHQuantumHyechanicalHoalculationHofHtheH“econdUtarmonicHsenerationHofHrluorescentH
}roteinsVHJournalfoffPhysicalfChemistryfLettersTH2021THYZTHebd]UebeX 6.4 2

226 tydrogenationHofH“econdaryHmmidesHusingH}hosphaneH{xideHandHrrustratedHxewisH}airHoatalysisVH
ChemistryfvfAfEuropeanfJournalTH2021THZcTHY]YceUY]Yd[ 4.8 5

225 QuantumHohemicalHoalculationHandHqvaluationHofH}artitionHooefficientsHforHolassicalHandHqmergingH
qnvironmentallyH’elevantH{rganicHoompoundsVVHEnvironmentalfSciencefnamp;fTechnologyTH2021TH 10.3 2

224
pesigningHaH“olutionU“tableHpistannenefH”heHpecisiveH’oleHofHxondonHpispersionHqffectsHinHtheH
“tructureHandH}ropertiesHofH{“nPotUZT]TbUoyQ}HPoyHiHoyclohexylQVVHJournalfoffthefAmericanfChemicalf
SocietyTH2021THY][THZY]cdUZY]d[

16.4 2

223 ’obustHmtomisticHyodelingHofHyaterialsTH{rganometallicTHandHniochemicalH“ystemsVHAngewandtef
ChemieTH2020THY[ZTHYaceaUYadX[ 3.6 20

222 ”heHfirstHmicrosolvationHstepHforHfuransfHzewHexperimentsHandHbenchmarkingHstrategiesVHJournalfoff
ChemicalfPhysicsTH2020THYaZTHYb][X[ 3.9 14

221
nuildingHupH“trainHinH{neH“tepfH“ynthesisHofHanHqdgeUrusedHpoubleH“ilacyclobuteneHfromHanH
qxtensivelyH”richlorosilylatedHnutadieneHpianionVHAngewandtefChemiefvfInternationalfEditionTH2020TH
aeTHYbYdYUYbYdc

16.4 3

220 nznUpopedH}henalenylsfHyodularH“ynthesisTH{ptoelectronicH}ropertiesTHandH{neUqlectronH
’eductionVHJournalfoffthefAmericanfChemicalfSocietyTH2020THY]ZTHYYXcZUYYXd[ 16.4 28

219 nuildingHupH“trainHinH{neH“tepfH“ynthesisHofHanHqdgeUrusedHpoubleH“ilacyclobuteneHfromHanH
qxtensivelyH”richlorosilylatedHnutadieneHpianionVHAngewandtefChemieTH2020THY[ZTHYb[YaUYb[ZY 3.6 1

218 pynamicH“tructuralHqffectsHonHtheH“econdUtarmonicHsenerationHofH”ryptophaneU’ichH}eptidesHandH
sramicidinHmVHJournalfoffPhysicalfChemistryfBTH2020THYZ]THZabdUZacd 3.4 8

217 qxtensionHandHevaluationHofHtheHp]HxondonUdispersionHmodelHforHperiodicHsystemsVHPhysicalf
ChemistryfChemicalfPhysicsTH2020THZZTHd]eeUdaYZ 3.6 42

216 pr”nSTHaHsoftwareHpackageHforHefficientHapproximateHdensityHfunctionalHtheoryHbasedHatomisticH
simulationsVHJournalfoffChemicalfPhysicsTH2020THYaZTHYZ]YXY 3.9 210

215 rastHandHmccurateHQuantumHohemicalHyodelingHofHunfraredH“pectraHofHoondensedU}haseH“ystemsVH
JournalfoffPhysicalfChemistryfBTH2020THYZ]THbbb]UbbcX 3.4 10

214 ’ˆ…cktitelbildfHteterobifunctionalH’otaxanesHforHmsymmetricHoatalysisHPmngewVHohemVHY[WZXZXQVH
AngewandtefChemieTH2020THY[ZTHa]]bUa]]b 3.6
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213 “emiautomatedH”ransitionH“tateHxocalizationHforH{rganometallicHoomplexesHwithH“emiempiricalH
QuantumHohemicalHyethodsVHJournalfoffChemicalfTheoryfandfComputationTH2020THYbTHZXXZUZXYZ 6.4 32

212 QuantumHohemicalHoalculationHofHyolecularHandH}eriodicH}eptideHandH}roteinH“tructuresVHJournalfoff
PhysicalfChemistryfBTH2020THYZ]TH[b[bU[b]b 3.4 17

211 qxplorationHofHtheH“olidU“tateH“orptionH}ropertiesHofH“hapeU}ersistentHyacrocyclicHzanocarbonsHasH
nulkHyaterialsHandH“mallHmggregatesVHJournalfoffthefAmericanfChemicalfSocietyTH2020THY]ZTHdcb[Udcca 16.4 39

210 ’obustHmtomisticHyodelingHofHyaterialsTH{rganometallicTHandHniochemicalH“ystemsVHAngewandtef
ChemiefvfInternationalfEditionTH2020THaeTHYabbaUYabc[ 16.4 93

209 mutomatedHexplorationHofHtheHlowUenergyHchemicalHspaceHwithHfastHquantumHchemicalHmethodsVH
PhysicalfChemistryfChemicalfPhysicsTH2020THZZTHcYbeUcYeZ 3.6 327

208 unfluencingHtheH“elfU“ortingHnehaviorHofH[ZVZβ}aracyclophaneUnasedHxigandsHbyHuntroducingH
usostructuralHnindingHyotifsVHChemistryfvfAfEuropeanfJournalTH2020THZbTH[[[aU[[]c 4.8 9

207 teterobifunctionalH’otaxanesHforHmsymmetricHoatalysisVHAngewandtefChemieTH2020THY[ZTHaY]XUaY]a 3.6 9

206 teterobifunctionalH’otaxanesHforHmsymmetricHoatalysisVHAngewandtefChemiefvfInternationalfEditionTH
2020THaeTHaYXZUaYXc 16.4 28

205
oomprehensiveHmssessmentHofHsrzH”ightUnindingHandHoompositeHpensityHrunctionalH”heoryH
yethodsHforHoalculatingHsasU}haseHunfraredH“pectraVHJournalfoffChemicalfTheoryfandfComputationTH
2020THYbTHcX]]UcXbX

6.4 12

204 yechanisticHunsightsHforHmnilineUoatalyzedHtalogenationH’eactionsVHChemCatChemTH2020THYZTHa[beUa[c[ 5.2 1

203 qfficientHoalculationHofH“mallHyoleculeHnindingHinHyetalâ��{rganicHrrameworksHandH}orousH{rganicH
oagesVHJournalfoffPhysicalfChemistryfCTH2020THYZ]THZcaZeUZca]Y 3.8 13

202 mH–nifiedH“trategyHforHtheHohemicallyHuntuitiveHunterpretationHofHyolecularH{pticalH’esponseH
}ropertiesVHJournalfoffChemicalfTheoryfandfComputationTH2020THYbTHccXeUccZX 6.4 5

201 nenchmarkH“tudyHofHqlectrochemicalH’edoxH}otentialsHoalculatedHwithH“emiempiricalHandHpr”H
yethodsVHJournalfoffPhysicalfChemistryfATH2020THYZ]THcYbbUcYcb 2.8 15

200 qfficientHoomputationHofHrreeHqnergyHoontributionsHforHmssociationH’eactionsHofHxargeHyoleculesVH
JournalfoffPhysicalfChemistryfLettersTH2020THYYTHbbXbUbbYY 6.4 27

199 yodelingHofHspinUspinHdistanceHdistributionsHforHnitroxideHlabeledHbiomacromoleculesVHPhysicalf
ChemistryfChemicalfPhysicsTH2020THZZTHZ]ZdZUZ]ZeX 3.6 16

198 yechanisticHunsightsHforHuodaneHyediatedHmromaticHtalogenationH’eactionsVHChemCatChemTH2020TH
YZTHbYdbUbYeX 5.2 1

197 “implifiedHtimeUdependentHdensityHfunctionalHtheoryHPs”pUpr”QHforHmolecularHopticalHrotationVH
JournalfoffChemicalfPhysicsTH2020THYa[THXd]YYb 3.9 10

196 rrustratedHxewisH}airHoatalyzedH’eductionHofHoarbonHpioxideH–singHtydroboranesfHzewHpr”H
yechanisticHunsightsVHChemCatChemTH2020THYZTH[babU[bbX 5.2 6
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195 oalculationHofHqlectronHuonizationHyassH“pectraHwithH“emiempiricalHsrznUx”nHyethodsVHACSfOmegaTH
2019TH]THYaYZXUYaY[[ 3.9 17

194 roldingHofHunstructuredHpeptoidsHandHformationHofHheteroUbimetallicHpeptoidHcomplexesHuponH
sideUchainUtoUmetalHcoordinationVHChemicalfScienceTH2019THYXTHbZXUb[Z 9.4 18

193
“ynthesisHofH˛…HU{xoUnridgedHuronPuuuQH”etraphenylporphyrinU“pacerUzitroxideHpimersHandHtheirH
“tructuralHandHpynamicsHoharacterizationHbyHusingHq}’HandHypH“imulationsVHChemistryfvfAfEuropeanf
JournalTH2019THZaTHZadbUZaeb

4.8 9

192 ”qy}{UyediatedHoatalysisHofHtheH“tericallyHtinderedHtydrogenHmtomH”ransferH’eactionHbetweenH
Po}hQorPo{QtHandHaH”ritylH’adicalVHJournalfoffthefAmericanfChemicalfSocietyTH2019THY]YTHYddZUYddb 16.4 16

191 mH“implifiedH“pinUrlipH”imeUpependentHpensityHrunctionalH”heoryHmpproachHforHtheHqlectronicH
qxcitationH“pectraHofHVeryHxargeHpiradicalsVHJournalfoffPhysicalfChemistryfATH2019THYZ[THadYaUadZa 2.8 9

190 “tructureH{ptimisationHofHxargeH”ransitionUyetalHoomplexesHwithHqxtendedH”ightUnindingH
yethodsVHAngewandtefChemiefvfInternationalfEditionTH2019THadTHYYXcdUYYXdc 16.4 38

189 “tructureH{ptimisationHofHxargeH”ransitionUyetalHoomplexesHwithHqxtendedH”ightUnindingH
yethodsVHAngewandtefChemieTH2019THY[YTHYYYeaUYYZX] 3.6 13

188 “tructuralHandHoonformationalH“tudiesHonHoarboxamidesHofHaTbUpiaminouracilsU}recursorsHofH
niologicallyHmctiveHöanthineHperivativesVHMoleculesTH2019THZ]TH 4.8 1

187 noraneUoatalyzedHtydrogenationHofH”ertiaryHmmidesHmctivatedHbyH{xalylHohloridefHpr”HyechanisticH
unsightsVHEuropeanfJournalfoffOrganicfChemistryTH2019THZXYeTH]bXeU]bYZ 3.2 5

186 qxploringHtheHchemicalHnatureHofHsuperUheavyHmainUgroupHelementsHbyHmeansHofHefficientH
planeUwaveHdensityUfunctionalHtheoryVHPhysicalfChemistryfChemicalfPhysicsTH2019THZYTHYdX]dUYdXad 3.6 15

185 }ulsedHq}’HpipolarH“pectroscopyHunderHtheHnreakdownHofHtheHtighUrieldHmpproximationfH”heH
tighU“pinHuronPuuuQHoaseVHChemistryfvfAfEuropeanfJournalTH2019THZaTHddZXUddZd 4.8 8

184 mHgenerallyHapplicableHatomicUchargeHdependentHxondonHdispersionHcorrectionVHJournalfoffChemicalf
PhysicsTH2019THYaXTHYa]YZZ 3.9 300

183
oooperativeH{rganocatalysisfHmH“ystematicHunvestigationHofHoovalentlyHxinkedH{rganophosphoricH
mcidsHforHtheH“tereoselectiveH”ransferHtydrogenationHofHQuinolinesVHEuropeanfJournalfoffOrganicf
ChemistryTH2019THZXYeTHaYeXUaYea

3.2 6

182 zonlinearUresponseHpropertiesHinHaHsimplifiedHtimeUdependentHdensityHfunctionalHtheoryHPs”pUpr”QH
frameworkfHqvaluationHofHexcitedUstateHabsorptionHspectraVHJournalfoffChemicalfPhysicsTH2019THYaXTHXe]YYZ3.9 15

181 rastHQuantumHohemicalH“imulationsHofHunfraredH“pectraHofH{rganicHoompoundsHwithHtheHnecU[cH
oompositeHyethodVHJournalfoffPhysicalfChemistryfATH2019THYZ[TH[dXZU[dXd 2.8 13

180
qxplorationHofHohemicalHoompoundTHoonformerTHandH’eactionH“paceHwithHyetaUpynamicsH
“imulationsHnasedHonH”ightUnindingHQuantumHohemicalHoalculationsVHJournalfoffChemicalfTheoryfandf
ComputationTH2019THYaTHZd]cUZdbZ

6.4 240

179 ”heHohiralH”rimerHandHaHyetastableHohiralHpimerHofHmchiralHtexafluoroisopropanolfHmH
yultiUyessengerH“tudyVHAngewandtefChemieTH2019THY[YTHaY[]UaY[d 3.6 15

178
srzZUx”nUmnHmccurateHandHnroadlyH}arametrizedH“elfUoonsistentH”ightUnindingHQuantumHohemicalH
yethodHwithHyultipoleHqlectrostaticsHandHpensityUpependentHpispersionHoontributionsVHJournalfoff
ChemicalfTheoryfandfComputationTH2019THYaTHYbaZUYbcY

6.4 717

(2019-2019)

7



177 qxtensionHofHtheHelementHparameterHsetHforHultraUfastHexcitationHspectraHcalculationHPs”pmUx”nQVH
MolecularfPhysicsTH2019THYYcTHYYX]UYYYb 1.7 3

176
usolationHandHoomputationalH“tudiesHofHaH“eriesHofH”erphenylH“ubstitutedHpiplumbynesHwithHxigandH
pependentHxeadUxeadHyultipleUnondingHoharacterVHJournalfoffthefAmericanfChemicalfSocietyTH2019TH
Y]YTHY][cXUY][d[

16.4 12

175 }ulsedHq}’HpipolarH“pectroscopyHonH“pinH}airsHwithHoneHtighlyHmnisotropicH“pinHoenterfH”heH
xowU“pinHreHoaseVHChemistryfvfAfEuropeanfJournalTH2019THZaTHY][ddUY][ed 4.8 14

174
mreHrullyHoonjugatedHqxpandedHundenofluorenesHmnaloguesHandHpiindeno[βthiopheneHperivativesH
piradicalskHmH“implifiedHP“pinUrlipQH”imeUpependentHpensityHrunctionalH”heoryH[P“rUQs”pUpr”βH
“tudyVHJournalfoffPhysicalfChemistryfATH2019THYZ[THedZdUed[e

2.8 5

173 noronHxewisHmcidUoatalyzedH’egioselectiveHtydrothiolationHofHoonjugatedHpienesHwithH”hiolsVHACSf
CatalysisTH2019THeTHYYbZcUYYb[[ 13.1 11

172 oatalyticHpifunctionalizationHofH–nactivatedHmlkenesHwithH–nreactiveHtexamethyldisilaneHthroughH
’egenerationHofH“ilyliumHuonsVHAngewandtefChemiefvfInternationalfEditionTH2019THadTHYc[XcUYc[YY 16.4 18

171 qfficientHstructuralHandHenergeticHscreeningHofHfullereneHencapsulationHinHaHlargeHsupramolecularH
doubleHdeckerHmacrocycleVHJournalfoffthefSerbianfChemicalfSocietyTH2019THd]THd[cUd]] 0.9 8

170 ’eductionHofH}hosphineH{xideHbyH–singHohlorinationH’eagentsHandHpihydrogenfHpr”HyechanisticH
unsightsVHChemistryfvfAfEuropeanfJournalTH2019THZaTH]bcXU]bcZ 4.8 11

169 ”heHohiralH”rimerHandHaHyetastableHohiralHpimerHofHmchiralHtexafluoroisopropanolfHmH
yultiUyessengerH“tudyVHAngewandtefChemiefvfInternationalfEditionTH2019THadTHaXdXUaXd] 16.4 30

168 –nderstandingHandHQuantifyingHxondonHpispersionHqffectsHinH{rganometallicHoomplexesVHAccountsf
offChemicalfResearchTH2019THaZTHZadUZbb 24.3 69

167
mggregationHnehaviorHofHaH“ixUyemberedHoyclicHrrustratedH}hosphaneWnoraneHxewisH}airfH
rormationHofHaH“upramolecularHoyclooctamericHyacrocyclicH’ingH“ystemVHAngewandtefChemiefvf
InternationalfEditionTH2019THadTHddZUddb

16.4 20

166 rrustratedHxewisH}airHoatalyzedHtydrogenationHofHmmidesfHtalidesHasHmctiveHxewisHnaseHinHtheH
yetalUrreeHtydrogenHmctivationVHJournalfoffthefAmericanfChemicalfSocietyTH2019THY]YTHYaeUYbZ 16.4 44

165 rindingHtheHbestHdensityHfunctionalHapproximationHtoHdescribeHinteractionHenergiesHandHstructuresH
ofHionicHliquidsHinHmolecularHdynamicsHstudiesVHJournalfoffChemicalfPhysicsTH2018THY]dTHYe[d[a 3.9 23

164
ponorUacceptorHinteractionsHbetweenHcyclicHtrinuclearHpyridinateHgoldPiQUcomplexesHandH
electronUpoorHguestsfHnatureHandHenergeticsHofHguestUbindingHandHtemplatingHonHgraphiteVHChemicalf
ScienceTH2018THeTH[]ccU[]d[

9.4 15

163 “olidHstateHfrustratedHxewisHpairHchemistryVHChemicalfScienceTH2018THeTH]daeU]dba 9.4 24

162 necU[cfHmHrevisedHlowUcostHvariantHofHtheHnecUpHdensityHfunctionalHmethodVHJournalfoffChemicalf
PhysicsTH2018THY]dTHXb]YX] 3.9 221

161 ”heHfuranHmicrosolvationHblindHchallengeHforHquantumHchemicalHmethodsfHrirstHstepsVHJournalfoff
ChemicalfPhysicsTH2018THY]dTHXY][XY 3.9 34

160 oomprehensiveH”hermochemicalHnenchmarkH“etHofH’ealisticHolosedU“hellHyetalH{rganicH’eactionsVH
JournalfoffChemicalfTheoryfandfComputationTH2018THY]THZaebUZbXd 6.4 122

SebastianuEhlert

8



159 oounterintuitiveHunterligandHmnglesHinHtheHpiarylsHq{obt[UZTbUPobtZUZT]TbUi}r[QZ}ZHPqHiHseTH“nTHorH
}bQHandH’elatedH“peciesfH”heH’oleHofHxondonHpispersionHrorcesVHOrganometallicsTH2018TH[cTHZXcaUZXda 3.8 18

158 mHdiuraniumHcarbideHclusterHstabilizedHinsideHaHoHfullereneHcageVHNaturefCommunicationsTH2018THeTHZca[ 17.4 47

157 qxhaustivelyH”richlorosilylatedHoHandHoHnuildingHnlocksfHneyondHtheHyˆ…llerU’ochowHpirectH}rocessVH
JournalfoffthefAmericanfChemicalfSocietyTH2018THY]XTHebebUecXd 16.4 12

156 zonlinearUresponseHpropertiesHinHaHsimplifiedHtimeUdependentHdensityHfunctionalHtheoryHPs”pUpr”QH
frameworkfHqvaluationHofHtheHfirstHhyperpolarizabilityVHJournalfoffChemicalfPhysicsTH2018THY]eTHXZ]YXd 3.9 28

155 qlectrophilicHrormylationHofHmrenesHbyH“ilyliumHuonHyediatedHmctivationHofHoarbonHyonoxideVH
AngewandtefChemiefvfInternationalfEditionTH2018THacTHd[XYUd[Xa 16.4 28

154 tighHaccuracyHquantumUchemistryUbasedHcalculationHandHblindHpredictionHofHmacroscopicHpwaHvaluesH
inHtheHcontextHofHtheH“my}xbHchallengeVHJournalfoffComputervAidedfMolecularfDesignTH2018TH[ZTHYY[eUYY]e4.2 31

153 “ynthesisHofHYT[UmminoHmlcoholsHbyHtydroxyUpirectedHmziridinationHandHmziridineHtydrosilylationVH
AngewandtefChemieTH2018THY[XTHY[cYbUY[cZX 3.6 3

152 “ynthesisHofHYT[UmminoHmlcoholsHbyHtydroxyUpirectedHmziridinationHandHmziridineHtydrosilylationVH
AngewandtefChemiefvfInternationalfEditionTH2018THacTHY[aZdUY[a[Z 16.4 13

151 rormationHofHmacrocyclicHringHsystemsHbyHcarbonylationHofHtrifunctionalH}WnWnHfrustratedHxewisH
pairsVHChemicalfScienceTH2018THeTHYa]]UYaaX 9.4 25

150 oomputationalHohemistryfH”heHrateHofHourrentHyethodsHandHrutureHohallengesVHAngewandtef
ChemiefvfInternationalfEditionTH2018THacTH]YcXU]Ycb 16.4 85

149 ’aisingHtheHnarHinHmromaticHponorUmcceptorHunteractionsHwithHoyclicH”rinuclearHsoldPuQHoomplexesHasH
“trongHˇ�UponorsVHJournalfoffthefAmericanfChemicalfSocietyTH2018THY]XTHYce[ZUYce]] 16.4 29

148 qlectrophilicH}hosphoniumHoationUyediatedH}hosphaneH{xideH’eductionH–singH{xalylHohlorideHandH
tydrogenVHAngewandtefChemiefvfInternationalfEditionTH2018THacTHYaZa[UYaZab 16.4 20

147 noraneUoatalyzedH“ynthesisHofHQuinolinesHnearingH”etrasubstitutedH“tereocentersHbyHtydrideH
mbstractionUunducedHqlectrocyclizationVHChemistryfvfAfEuropeanfJournalTH2018THZ]THYbZdcUYbZeY 4.8 35

146 ”owardsHfullHQuantumUyechanicsUbasedH}roteinUxigandHnindingHmffinitiesVHChemPhysChemTH2017TH
YdTHdedUeXa 3.2 35

145 nenzimidazolylquinoxalinesfHnovelHfluorophoresHwithHtuneableHsensitivityHtoHsolventHeffectsVH
PhysicalfChemistryfChemicalfPhysicsTH2017THYeTHbXeaUbYX] 3.6 10

144 untermolecularH’edoxUzeutralHmmineHoUtHrunctionalizationHunducedHbyHtheH“trongHnoronHxewisHmcidH
nPoHrHQHinHtheHrrustratedHxewisH}airH’egimeVHChemistryfvfAfEuropeanfJournalTH2017THZ[TH]cZ[U]cZe 4.8 23

143 o{U’eductionHohemistryfH’eactionHofHaHo{UperivedHrormylhydridoborateHwithHoarbonHyonoxideTH
withHoarbonHpioxideTHandHwithHpihydrogenVHJournalfoffthefAmericanfChemicalfSocietyTH2017THY[eTHb]c]Ub]d[16.4 39

142
mH’obustHandHmccurateH”ightUnindingHQuantumHohemicalHyethodHforH“tructuresTHVibrationalH
rrequenciesTHandHzoncovalentHunteractionsHofHxargeHyolecularH“ystemsH}arametrizedHforHmllH
spdUnlockHqlementsHPüHiHYUdbQVHJournalfoffChemicalfTheoryfandfComputationTH2017THY[THYedeUZXXe

6.4 592

(2017-2018)

9



141 qinHachtkernigerHmetallosupramolekularerHWˆ…rfelHmitH“pinUorossoverUqigenschaftenVHAngewandtef
ChemieTH2017THYZeTHaXYZUaXYc 3.6 13

140 rrontispiecefHmnH{ctanuclearHyetallosupramolecularHoageHpesignedH”oHqxhibitH“pinUorossoverH
nehaviorVHAngewandtefChemiefvfInternationalfEditionTH2017THabTH 16.4 1

139 QuantumHchemicalHcalculationHofHelectronHionizationHmassHspectraHforHgeneralHorganicHandHinorganicH
moleculesVHChemicalfScienceTH2017THdTH]dceU]dea 9.4 58

138 ’eactionsHofHnoronUperivedH’adicalsHwithHzucleophilesVHJournalfoffthefAmericanfChemicalfSocietyTH
2017THY[eTH]ZbU][a 16.4 30

137 ”heHrractionalH{ccupationHzumberHWeightedHpensityHasHaHVersatileHmnalysisH”oolHforHyoleculesH
withHaHoomplicatedHqlectronicH“tructureVHChemistryfvfAfEuropeanfJournalTH2017THZ[THbYaXUbYb] 4.8 65

136 }yridylHoontainingHYTaUpiazaU[TcUdiphosphacyclooctanesHasHnridgingHxigandsHforHpinuclearHoopperPuQH
oomplexesVHZeitschriftfFurfAnorganischefUndfAllgemeinefChemieTH2017THb][THdeaUeXZ 1.3 11

135 rullH“electivityHoontrolHinHoobaltPuuuQUoatalyzedHoUtHmlkylationsHbyH“witchingHofHtheHoUtHmctivationH
yechanismVHAngewandtefChemiefvfInternationalfEditionTH2017THabTHYX[cdUYX[dZ 16.4 194

134 runctionalHyechanicallyHunterlockedHyoleculesfHmsymmetricH{rganocatalysisHwithHaHoatenatedH
nifunctionalHnrˆ‚nstedHmcidVHAngewandtefChemiefvfInternationalfEditionTH2017THabTHYY]abUYY]ae 16.4 65

133 “HZH’eactionsHatH”ertiaryHoarbonHoentersHinHqpoxidesVHAngewandtefChemiefvfInternationalfEditionTH
2017THabTHecYeUecZZ 16.4 18

132 mnH{ctanuclearHyetallosupramolecularHoageHpesignedH”oHqxhibitH“pinUorossoverHnehaviorVH
AngewandtefChemiefvfInternationalfEditionTH2017THabTH]e[XU]e[a 16.4 59

131 QuantumHohemicalHpissectionHofHtheH“hortestH}i{kkkuHtalogenHnondfH”heHpecisiveH’oleHofHorystalH
}ackingHqffectsVHChemistryfvfAfEuropeanfJournalTH2017THZ[THabdcUabeY 4.8 18

130 ”rappingHqxperimentsHonHaH”richlorosilanideHmnionfHaHweyHuntermediateHofHtalogenosilaneH
ohemistryVHInorganicfChemistryTH2017THabTHdbd[Udbdd 5.1 18

129 ’eversibleHformylboraneW“{HcouplingHatHaHfrustratedHxewisHpairHframeworkVHChemicalf
CommunicationsTH2017THa[THb[[Ub[a 5.8 20

128
mHlookHatHtheHdensityHfunctionalHtheoryHzooHwithHtheHadvancedHsy”wzaaHdatabaseHforHgeneralHmainH
groupHthermochemistryTHkineticsHandHnoncovalentHinteractionsVHPhysicalfChemistryfChemicalfPhysicsTH
2017THYeTH[ZYd]U[ZZYa

3.6 738

127 ’ˆ…cktitelbildfHrunctionalHyechanicallyHunterlockedHyoleculesfHmsymmetricH{rganocatalysisHwithHaH
oatenatedHnifunctionalHnrˆ‚nstedHmcidHPmngewVHohemVH[dWZXYcQVHAngewandtefChemieTH2017THYZeTHYYdY]UYYdY]3.6

126 rastHandH’easonableHseometryH{ptimizationHofHxanthanoidHoomplexesHwithHanHqxtendedH”ightH
nindingHQuantumHohemicalHyethodVHInorganicfChemistryTH2017THabTHYZ]daUYZ]eY 5.1 31

125 untramolecularHxondonHpispersionHunteractionHqffectsHonHsasU}haseHandH“olidU“tateH“tructuresHofH
piamondoidHpimersVHJournalfoffthefAmericanfChemicalfSocietyTH2017THY[eTHYbbebUYbcXc 16.4 44

124 mutomatedHandHefficientHquantumHchemicalHdeterminationHandHenergeticHrankingHofHmolecularH
protonationHsitesVHJournalfoffComputationalfChemistryTH2017TH[dTHZbYdUZb[Y 3.5 30

SebastianuEhlert
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123 VollautomatisierteHquantenchemischeHnerechnungHvonH“pinU“pinUHgekoppeltenHmagnetischenH
wernspinresonanzspektrenVHAngewandtefChemieTH2017THYZeTHY]eadUY]eb] 3.6 25

122 rullyHmutomatedHQuantumUohemistryUnasedHoomputationHofH“pinU“pinUooupledHzuclearHyagneticH
’esonanceH“pectraVHAngewandtefChemiefvfInternationalfEditionTH2017THabTHY]cb[UY]cbe 16.4 107

121 runctionalHyechanicallyHunterlockedHyoleculesfHmsymmetricH{rganocatalysisHwithHaHoatenatedH
nifunctionalHnrˆ‚nstedHmcidVHAngewandtefChemieTH2017THYZeTHYYbY]UYYbYc 3.6 28

120 mHgeneralHintermolecularHforceHfieldHbasedHonHtightUbindingHquantumHchemicalHcalculationsVHJournalf
offChemicalfPhysicsTH2017THY]cTHYbYcXd 3.9 36

119 qxtensionHofHtheHp[HdispersionHcoefficientHmodelVHJournalfoffChemicalfPhysicsTH2017THY]cTHX[]YYZ 3.9 293

118
{nHtheHhydrogenHactivationHbyHfrustratedHxewisHpairsHinHtheHsolidHstatefHbenchmarkHstudiesHandH
theoreticalHinsightsVHPhilosophicalfTransactionsfSeriesfAufMathematicalufPhysicalufandfEngineeringf
SciencesTH2017TH[caTH

3 8

117 yildHoobaltPuuuQUoatalyzedHmllylativeHoUrWoUtHrunctionalizationsHatH’oomH”emperatureVHChemistryfvfAf
EuropeanfJournalTH2017THZ[THYZY]aUYZY]d 4.8 85

116 ”itanoceneUoatalyzedH’adicalH{peningHofHzUmcylatedHmziridinesVHAngewandtefChemiefvfInternationalf
EditionTH2017THabTHYZba]UYZbac 16.4 45

115 niomolecularH“tructureHunformationHfromHtighU“peedHQuantumHyechanicalHqlectronicH“pectraH
oalculationVHJournalfoffthefAmericanfChemicalfSocietyTH2017THY[eTHYYbdZUYYbda 16.4 24

114
tøp’{}t{nqHohallengefHmHvointHqxperimentalHandHoomputationalH“tudyHonHtheHtostUsuestH
nindingHofHtydrocarbonsHtoHoucurbiturilsTHmllowingHqxplicitHqvaluationHofHsuestHtydrationH
rreeUqnergyHoontributionsVHJournalfoffPhysicalfChemistryfBTH2017THYZYTHYYY]]UYYYbZ

3.4 38

113 YTYUtydroborationHandHaHnoraneHmdductHofHpiphenyldiazomethanefHmH}otentialH}reludeHtoHrx}UzH
ohemistryVHAngewandtefChemiefvfInternationalfEditionTH2017THabTHYbaddUYbaeZ 16.4 70

112 oUrHnondHmctivationHbyH“ilyliumHoationW}hosphineHrrustratedHxewisH}airsfH
yonoUtydrodefluorinationHofH}horHTH}horHtHandH}hHorVHChemistryfvfAfEuropeanfJournalTH2017THZ[THYcbeZUYcbeb4.8 39

111 piastereoselectiveH“elfUmssemblyHofHaHzeutralHpinuclearHpoubleU“trandedHüincPuuQHtelicateHviaH
zarcissisticH“elfU“ortingVHChemistryfvfAfEuropeanfJournalTH2017THZ[THYZ[dXUYZ[db 4.8 16

110 rromHmdditivityHtoHoooperativityHinHohemistryfHoanHoooperativityHneHyeasuredkVHChemistryfvfAf
EuropeanfJournalTH2017THZ[THadb]Uadc[ 4.8 33

109 ’eportHonHtheHsixthHblindHtestHofHorganicHcrystalHstructureHpredictionHmethodsVHActaf
CrystallographicafSectionfB:fStructuralfScienceufCrystalfEngineeringfandfMaterialsTH2016THcZTH][eUae 1.8 338

108 mHrrustratedHandHoonfusedHxewisH}airVHAngewandtefChemiefvfInternationalfEditionTH2016THaaTHY][[aUY][[e16.4 13

107 oopperUoatalyzedHorossUoouplingHofH“iliconH}ronucleophilesHwithH–nactivatedHmlkylHqlectrophilesH
ooupledHwithH’adicalHoyclizationVHJournalfoffthefAmericanfChemicalfSocietyTH2016THY[dTHY]ZZZUY]ZZa 16.4 70

106 undirectHsynthesisHofHaHpairHofHformalHmethaneHactivationHproductsHatHaHphosphaneWboraneH
frustratedHxewisHpairVHDaltonfTransactionsTH2016TH]aTHYeZ[XUYeZ[[ 4.3 7

(2016-2017)

11



105 qffectHofHoonjugationH}athwayHinHyetalUrreeH’oomU”emperatureHpualH“ingletU”ripletHqmittersHforH
{rganicHxightUqmittingHpiodesVHJournalfoffPhysicalfChemistryfLettersTH2016THcTH]dXZU]dXd 6.4 30

104 –nimolecularHdecompositionHpathwaysHofHnegativelyHchargedHnitrilesHbyHabHinitioHmolecularH
dynamicsVHPhysicalfChemistryfChemicalfPhysicsTH2016THYdTH[YXYcU[YXZb 3.6 9

103 qvidenceHofHaHponorâ��mcceptorHPurâ��tQUj“i’[unteractionHinHaH”rappedHurPuuuQH“ilaneHoatalyticH
untermediateVHOrganometallicsTH2016TH[aTHZZXcUZZZ[ 3.8 31

102
’ecentHresearchHdirectionsHinHrribourgfHnuclearHdynamicsHinHresonancesHrevealedHbyHZUdimensionalH
qqxHspectraTHelectronHcollisionsHwithHionicHliquidsHandHelectronicHexcitationHofHpyrimidineVHEuropeanf
PhysicalfJournalfDTH2016THcXTHY

1.3 6

101 qlectronicHoircularHpichroismHofH[YbβteliceneHWithH“implifiedH”pUpr”fHneyondHtheH“ingleH“tructureH
mpproachVHChiralityTH2016THZdTH[baUe 2.1 24

100 tighlyHmctiveH”itanoceneHoatalystsHforHqpoxideHtydrosilylationfH“ynthesisTH”heoryTHwineticsTHq}’H
“pectroscopyVHAngewandtefChemiefvfInternationalfEditionTH2016THaaTHcbcYUa 16.4 38

99 ’apidHpihydrogenHoleavageHbyH}ersistentHzitroxideH’adicalsHunderHrrustratedHxewisH}airH
oonditionsVHChemistryfvfAfEuropeanfJournalTH2016THZZTHeaX]Uc 4.8 25

98 mHcomputationallyHefficientHdoubleHhybridHdensityHfunctionalHbasedHonHtheHrandomHphaseH
approximationVHPhysicalfChemistryfChemicalfPhysicsTH2016THYdTHZXeZbU[c 3.6 51

97 “electiveH{xidationHofHanHmctiveHuntramolecularHmmineWnoraneHrrustratedHxewisH}airHwithHpioxygenVH
JournalfoffthefAmericanfChemicalfSocietyTH2016THY[dTH][XZUa 16.4 38

96 zonUcovalentH“tabilizationHinH”ransitionHyetalHooordinationHandH{rganometallicHoomplexesH2016THYYaUY][ 4

95 oouplingHofHoarbonHyonoxideHwithHzitrogenHyonoxideHatHaHrrustratedHxewisH}airH”emplateVH
AngewandtefChemiefvfInternationalfEditionTH2016THaaTHeZYbUe 16.4 23

94 oyclicHmmineWnoraneHxewisH}airsHbyHtheH’eactionHofHzTzUpiallylanilineHwithHxancasterOsHtZHnUobHraH
’eagentVHChemistryfvfanfAsianfJournalTH2016THYYTHY[e]Ue 4.5 12

93 “ynthesisHandH’earrangementHofH}UzitroxylU“ubstitutedH}PuuuQHandH}PVQH}hosphanesfHmHoombinedH
qxperimentalHandH”heoreticalHoaseH“tudyVHChemistryfvfAfEuropeanfJournalTH2016THZZTHYXYXZUYX 4.8 11

92 WhyHpoesHtheHuntramolecularH”rimethyleneUnridgedHrrustratedHxewisH}airHyesZH}otZHotZHotZH
nPobHraHQZHzotHmctivateHpihydrogenkVHChemistryfvfAfEuropeanfJournalTH2016THZZTHaeddUea 4.8 35

91
pesignTH“ynthesisTHq}’U“tudiesHandHoonformationalHniasHofHzovelH“pinUxabeledHpooUmnaloguesHforH
theHtighlyH’egioselectiveHxabelingHofHmliphaticHandHmromaticHoarboxylicHmcidsVHChemistryfvfAf
EuropeanfJournalTH2016THZZTHeaeYUd

4.8 2

90 mmideU“ubstitutedH”itanocenesHinHtydrogenUmtomH”ransferHoatalysisVHAngewandtefChemiefvf
InternationalfEditionTH2016THaaTHYaZ[Ub 16.4 32

89 rrustratedHxewisH}airUoatalyzedHoycloisomerizationHofHYTaUqnynesHviaHaHaUendoUdigH
oyclizationW}rotodeborylationH“equenceVHAngewandtefChemiefvfInternationalfEditionTH2016THaaTH][[bUe 16.4 58

88 talogenHbondedHsupramolecularHcapsulesfHaHchallengingHtestHcaseHforHquantumHchemicalHmethodsVH
ChemicalfCommunicationsTH2016THaZTHede[Ub 5.8 24

SebastianuEhlert
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87
tydrogenationHandH”ransferHtydrogenationH}romotedHbyH”etheredH’uU“HoomplexesfHrromH
oooperativeHpihydrogenHmctivationHtoHtydrideHmbstractionW}rotonH’eleaseHfromHpihydrogenH
“urrogatesVHChemistryfvfAfEuropeanfJournalTH2016THZZTHYXXXeUYb

4.8 29

86 –ltraUfastHcomputationHofHelectronicHspectraHforHlargeHsystemsHbyHtightUbindingHbasedHsimplifiedH
”ammUpancoffHapproximationHPs”pmUx”nQVHJournalfoffChemicalfPhysicsTH2016THY]aTHXa]YX[ 3.9 87

85 “ynthesisHandHpynamicsHofHzanosizedH}henyleneUqthynyleneUnutadiynyleneH’otaxanesHandHtheH
’oleHofH“hapeH}ersistenceVHAngewandtefChemiefvfInternationalfEditionTH2016THaaTH[[ZdU[[ 16.4 28

84 “creenedHexchangeHhybridHdensityHfunctionalHforHaccurateHandHefficientHstructuresHandHinteractionH
energiesVHPhysicalfChemistryfChemicalfPhysicsTH2016THYdTHYaaYeUZ[ 3.6 37

83 pispersionUoorrectedHyeanUrieldHqlectronicH“tructureHyethodsVHChemicalfReviewsTH2016THYYbTHaYXaUa] 68.1 738

82 towHtoHoomputeHqlectronHuonizationHyassH“pectraHfromHrirstH}rinciplesVHJournalfoffPhysicalf
ChemistryfATH2016THYZXTH[caaUbb 2.8 69

81 “ynthesisHandHoomprehensiveH“tructuralHandHohiropticalHoharacterizationHofHqnonesHperivedHfromH
PUQU˛–U“antoninHbyHqxperimentHandH”heoryVHJournalfoffOrganicfChemistryTH2016THdYTH]addUbXX 4.2 10

80 rrustratedHxewisH}airHoatalyzedHpehydrogenativeH{xidationHofHundolinesHandH{therHteterocyclesVH
AngewandtefChemiefvfInternationalfEditionTH2016THaaTHYZZYeUZ[ 16.4 95

79
{rganicHcrystalHpolymorphismfHaHbenchmarkHforHdispersionUcorrectedHmeanUfieldHelectronicH
structureHmethodsVHActafCrystallographicafSectionfB:fStructuralfScienceufCrystalfEngineeringfandf
MaterialsTH2016THcZTHaXZUY[

1.8 45

78 “PviQHxewisHacidsfHfluorosulfoxoniumHcationsVHChemicalfCommunicationsTH2016THaZTHYZ]YdUYZ]ZY 5.8 23

77 “trongHqvidenceHofHaH}hosphanoxylHoomplexfHrormationTHnondingTHandH’eactivityHofHxigatedH
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