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l Paper IF Citations

284 mHconsistentHandHaccurateHabHinitioHparametrizationHofHdensityHfunctionalHdispersionHcorrectionH
Ppr”UpQHforHtheHe]HelementsHtU}uVHJournalfoffChemicalfPhysicsTH2010THY[ZTHYa]YX] 3.9 23773

283 “emiempiricalHssmUtypeHdensityHfunctionalHconstructedHwithHaHlongUrangeHdispersionHcorrectionVH
JournalfoffComputationalfChemistryTH2006THZcTHYcdcUee 3.5 19063

282 qffectHofHtheHdampingHfunctionHinHdispersionHcorrectedHdensityHfunctionalHtheoryVHJournalfoff
ComputationalfChemistryTH2011TH[ZTHY]abUba 3.5 10429

281 “emiempiricalHhybridHdensityHfunctionalHwithHperturbativeHsecondUorderHcorrelationVHJournalfoff
ChemicalfPhysicsTH2006THYZ]THX[]YXd 3.9 2321

280 pensityHfunctionalHtheoryHwithHxondonHdispersionHcorrectionsVHWileyfInterdisciplinaryfReviews:f
ComputationalfMolecularfScienceTH2011THYTHZYYUZZd 7.9 1645

279 “upramolecularHbindingHthermodynamicsHbyHdispersionUcorrectedHdensityHfunctionalHtheoryVH
ChemistryfvfAfEuropeanfJournalTH2012THYdTHeeaaUb] 4.8 974

278 poHspecialHnoncovalentHpiUpiHstackingHinteractionsHreallyHexistkVHAngewandtefChemiefvfInternationalf
EditionTH2008TH]cTH[][XU] 16.4 808

277
mHlookHatHtheHdensityHfunctionalHtheoryHzooHwithHtheHadvancedHsy”wzaaHdatabaseHforHgeneralHmainH
groupHthermochemistryTHkineticsHandHnoncovalentHinteractionsVHPhysicalfChemistryfChemicalfPhysicsTH
2017THYeTH[ZYd]U[ZZYa

3.6 738

276 pispersionUoorrectedHyeanUrieldHqlectronicH“tructureHyethodsVHChemicalfReviewsTH2016THYYbTHaYXaUa] 68.1 738

275
srzZUx”nUmnHmccurateHandHnroadlyH}arametrizedH“elfUoonsistentH”ightUnindingHQuantumHohemicalH
yethodHwithHyultipoleHqlectrostaticsHandHpensityUpependentHpispersionHoontributionsVHJournalfoff
ChemicalfTheoryfandfComputationTH2019THYaTHYbaZUYbcY

6.4 717

274
mH’obustHandHmccurateH”ightUnindingHQuantumHohemicalHyethodHforH“tructuresTHVibrationalH
rrequenciesTHandHzoncovalentHunteractionsHofHxargeHyolecularH“ystemsH}arametrizedHforHmllH
spdUnlockHqlementsHPüHiHYUdbQVHJournalfoffChemicalfTheoryfandfComputationTH2017THY[THYedeUZXXe

6.4 592

273 ’apidHintramolecularHheterolyticHdihydrogenHactivationHbyHaHfourUmemberedHheterocyclicH
phosphaneUboraneHadductVHChemicalfCommunicationsTH2007THaXcZU] 5.8 516

272 oonsistentHstructuresHandHinteractionsHbyHdensityHfunctionalHtheoryHwithHsmallHatomicHorbitalHbasisH
setsVHJournalfoffChemicalfPhysicsTH2015THY][THXa]YXc 3.9 404

271
mHgeometricalHcorrectionHforHtheHinterUHandHintraUmolecularHbasisHsetHsuperpositionHerrorHinH
tartreeUrockHandHdensityHfunctionalHtheoryHcalculationsHforHlargeHsystemsVHJournalfoffChemicalf
PhysicsTH2012THY[bTHYa]YXY

3.9 368

270 ”heHmechanismHofHdihydrogenHactivationHbyHfrustratedHxewisHpairsHrevisitedVHAngewandtefChemiefvf
InternationalfEditionTH2010TH]eTHY]XZUa 16.4 350

269
mHseneralHpatabaseHforHyainHsroupH”hermochemistryTHwineticsTHandHzoncovalentHunteractionsHUH
mssessmentHofHoommonHandH’eparameterizedHPmetaUQssmHpensityHrunctionalsVHJournalfoffChemicalf
TheoryfandfComputationTH2010THbTHYXcUZb

6.4 340

268 ’eportHonHtheHsixthHblindHtestHofHorganicHcrystalHstructureHpredictionHmethodsVHActaf
CrystallographicafSectionfB:fStructuralfScienceufCrystalfEngineeringfandfMaterialsTH2016THcZTH][eUae 1.8 338
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267 mutomatedHexplorationHofHtheHlowUenergyHchemicalHspaceHwithHfastHquantumHchemicalHmethodsVH
PhysicalfChemistryfChemicalfPhysicsTH2020THZZTHcYbeUcYeZ 3.6 327

266 nenchmarkingHofHxondonHpispersionUmccountingHpensityHrunctionalH”heoryHyethodsHonHVeryHxargeH
yolecularHoomplexesVHJournalfoffChemicalfTheoryfandfComputationTH2013THeTHYadXUeY 6.4 315

265 mHgenerallyHapplicableHatomicUchargeHdependentHxondonHdispersionHcorrectionVHJournalfoffChemicalf
PhysicsTH2019THYaXTHYa]YZZ 3.9 300

264 qxtensionHofHtheHp[HdispersionHcoefficientHmodelVHJournalfoffChemicalfPhysicsTH2017THY]cTHX[]YYZ 3.9 293

263 pr”Up[H“tudyHofH“omeHyolecularHorystalsVHJournalfoffPhysicalfChemistryfCTH2014THYYdTHcbYaUcbZY 3.8 282

262 oorrectedHsmallHbasisHsetHtartreeUrockHmethodHforHlargeHsystemsVHJournalfoffComputationalf
ChemistryTH2013TH[]THYbcZUda 3.5 276

261 nenchmarkingHdensityHfunctionalHmethodsHagainstHtheH“bbHandH“bbxdHdatasetsHforHnonUcovalentH
interactionsVHChemPhysChemTH2011THYZTH[]ZYU[[ 3.2 252

260
qxplorationHofHohemicalHoompoundTHoonformerTHandH’eactionH“paceHwithHyetaUpynamicsH
“imulationsHnasedHonH”ightUnindingHQuantumHohemicalHoalculationsVHJournalfoffChemicalfTheoryfandf
ComputationTH2019THYaTHZd]cUZdbZ

6.4 240

259 poubleUhybridHdensityHfunctionalsVHWileyfInterdisciplinaryfReviews:fComputationalfMolecularfScienceTH
2014TH]THacbUbXX 7.9 227

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

257 pr”nSTHaHsoftwareHpackageHforHefficientHapproximateHdensityHfunctionalHtheoryHbasedHatomisticH
simulationsVHJournalfoffChemicalfPhysicsTH2020THYaZTHYZ]YXY 3.9 210

256 “tericHcrowdingHcanHstabilizeHaHlabileHmoleculefHsolvingHtheHhexaphenylethaneHriddleVHAngewandtef
ChemiefvfInternationalfEditionTH2011THaXTHYZb[eU]Z 16.4 197

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

254 JyindlessJHpr”HnenchmarkingVHJournalfoffChemicalfTheoryfandfComputationTH2009THaTHee[UYXX[ 6.4 191

253 qffectsHofHxondonHdispersionHcorrectionHinHdensityHfunctionalHtheoryHonHtheHstructuresHofHorganicH
moleculesHinHtheHgasHphaseVHPhysicalfChemistryfChemicalfPhysicsTH2013THYaTHYbX[YU]Z 3.6 188

252 “ystemUdependentHdispersionHcoefficientsHforHtheHpr”Up[HtreatmentHofHadsorptionHprocessesHonH
ionicHsurfacesVHChemPhysChemTH2011THYZTH[]Y]UZX 3.2 188

251 }erformanceHofHdispersionUcorrectedHdensityHfunctionalHtheoryHforHtheHinteractionsHinHionicHliquidsVH
PhysicalfChemistryfChemicalfPhysicsTH2012THY]TH]dcaUd[ 3.6 181

250 mHsimplifiedH”ammUpancoffHdensityHfunctionalHapproachHforHtheHelectronicHexcitationHspectraHofH
veryHlargeHmoleculesVHJournalfoffChemicalfPhysicsTH2013THY[dTHZ]]YX] 3.9 176

(2013-2020)
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249
}erformanceHofHtheHvanHderHWaalsHpensityHrunctionalHVVYXHandHPhybridQssmHVariantsHforH
”hermochemistryHandHzoncovalentHunteractionsVHJournalfoffChemicalfTheoryfandfComputationTH2011TH
cTH[dbbUcY

6.4 175

248 “pinUcomponentUscaledHelectronHcorrelationHmethodsVHWileyfInterdisciplinaryfReviews:f
ComputationalfMolecularfScienceTH2012THZTHddbUeXb 7.9 173

247 mssessmentHofH{rbitalU{ptimizedTH“pinUoomponentH“caledH“econdU{rderHyanyUnodyH}erturbationH
”heoryHforH”hermochemistryHandHwineticsVHJournalfoffChemicalfTheoryfandfComputationTH2009THaTH[XbXUc[6.4 172

246 ’eactionHofHfrustratedHxewisHpairsHwithHconjugatedHynonesUselectiveHhydrogenationHofHtheH
carbonUcarbonHtripleHbondVHAngewandtefChemiefvfInternationalfEditionTH2011THaXTHcYd[Ub 16.4 160

245 usHspinUcomponentHscaledHsecondUorderHyˆ‚llerU}lessetHperturbationHtheoryHanHappropriateHmethodH
forHtheHstudyHofHnoncovalentHinteractionsHinHmoleculeskVHJournalfoffPhysicalfChemistryfATH2007THYYYTH]dbZUd2.8 159

244 qxtendedHtightUbindingHquantumHchemistryHmethodsVHWileyfInterdisciplinaryfReviews:fComputationalf
MolecularfScienceTH2021THYYTHeY]e[ 7.9 149

243 oomprehensiveHnenchmarkHofHmssociationHPrreeQHqnergiesHofH’ealisticHtostUsuestHoomplexesVH
JournalfoffChemicalfTheoryfandfComputationTH2015THYYTH[cdaUdXY 6.4 146

242
mHsimplifiedHtimeUdependentHdensityHfunctionalHtheoryHapproachHforHelectronicHultravioletHandH
circularHdichroismHspectraHofHveryHlargeHmoleculesVHComputationalfandfTheoreticalfChemistryTH2014TH
YX]XUYX]YTH]aUa[

2 138

241 ’eactionsHofHphosphorusWboronHfrustratedHxewisHpairsHwithH“{ZVHChemicalfScienceTH2013TH]THZY[UZYe 9.4 132

240 mHseneralHQuantumHyechanicallyHperivedHrorceHrieldHPQyprrQHforHyoleculesHandHoondensedH}haseH
“imulationsVHJournalfoffChemicalfTheoryfandfComputationTH2014THYXTH]]ecUaY] 6.4 130

239 mHpracticableHrealUspaceHmeasureHandHvisualizationHofHstaticHelectronUcorrelationHeffectsVH
AngewandtefChemiefvfInternationalfEditionTH2015THa]THYZ[XdUY[ 16.4 127

238 mccurateHyodelingHofH{rganicHyolecularHorystalsHbyHpispersionUoorrectedHpensityHrunctionalH”ightH
nindingHPpr”nQVHJournalfoffPhysicalfChemistryfLettersTH2014THaTHYcdaUe 6.4 123

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

236 nenchmarkHstudyHofHtheHperformanceHofHdensityHfunctionalHtheoryHforHbondHactivationsHwithH
PniTpdQUbasedHtransitionUmetalHcatalystsVHChemistryOpenTH2013THZTHYYaUZ] 2.3 118

235 rormationHofHcyclicHallenesHandHcumulenesHbyHcooperativeHadditionHofHfrustratedHxewisHpairsHtoH
conjugatedHenynesHandHdiynesVHAngewandtefChemiefvfInternationalfEditionTH2010TH]eTHZ]Y]Uc 16.4 118

234 ”owardsHfirstHprinciplesHcalculationHofHelectronHimpactHmassHspectraHofHmoleculesVHAngewandtef
ChemiefvfInternationalfEditionTH2013THaZTHb[XbUYZ 16.4 115

233 “oftwareHforHtheHfrontiersHofHquantumHchemistryfHmnHoverviewHofHdevelopmentsHinHtheHQUohemHaH
packageVHJournalfoffChemicalfPhysicsTH2021THYaaTHXd]dXY 3.9 115

232 oationUcationHJattractionJfHwhenHxondonHdispersionHattractionHwinsHoverHooulombHrepulsionVH
InorganicfChemistryTH2011THaXTHZbYeUZd 5.1 112
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231 zeueHqinblickeHinHdenHyechanismusHderHpiwasserstoffUmktivierungHdurchHfrustrierteHxewisU}aareVH
AngewandtefChemieTH2010THYZZTHY]]]UY]]c 3.6 110

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

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

228 ’obustHmtomisticHyodelingHofHyaterialsTH{rganometallicTHandHniochemicalH“ystemsVHAngewandtef
ChemiefvfInternationalfEditionTH2020THaeTHYabbaUYabc[ 16.4 93

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

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

225
}erformanceHofHzonUxocalHandHmtomU}airwiseHpispersionHoorrectionsHtoHpr”HforH“tructuralH
}arametersHofHyoleculesHwithHzoncovalentHunteractionsVHJournalfoffChemicalfTheoryfandf
ComputationTH2013THeTH[XdUYa

6.4 85

224 oomputationalHohemistryfH”heHrateHofHourrentHyethodsHandHrutureHohallengesVHAngewandtef
ChemiefvfInternationalfEditionTH2018THacTH]YcXU]Ycb 16.4 85

223 oatalyticHwetoneHtydrodeoxygenationHyediatedHbyHtighlyHqlectrophilicH}hosphoniumHoationsVH
AngewandtefChemiefvfInternationalfEditionTH2015THa]THdZaXU] 16.4 81

222 ’emarkableHcoordinationHbehaviorHofHalkylHisocyanidesHtowardHunsaturatedHvicinalHfrustratedH}WnH
xewisHpairsVHChemicalfScienceTH2013TH]THZbac 9.4 75

221 QuantumHchemicalHbenchmarkHstudyHonH]bH’zmHbackboneHfamiliesHusingHaHdinucleotideHunitVH
JournalfoffChemicalfTheoryfandfComputationTH2015THYYTH]ecZUeY 6.4 74

220 nenchmarkingHpr”HandHsemiempiricalHmethodsHonHstructuresHandHlatticeHenergiesHforHtenHiceH
polymorphsVHJournalfoffChemicalfPhysicsTH2015THY]ZTHYZ]YX] 3.9 71

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

218 ”heHthermochemistryHofHlondonHdispersionUdrivenHtransitionHmetalHreactionsfHgettingHtheHOrightH
answerHforHtheHrightHreasonOVHChemistryOpenTH2014TH[THYccUde 2.3 70

217 YTYUtydroborationHandHaHnoraneHmdductHofHpiphenyldiazomethanefHmH}otentialH}reludeHtoHrx}UzH
ohemistryVHAngewandtefChemiefvfInternationalfEditionTH2017THabTHYbaddUYbaeZ 16.4 70

216
oomparativeH”heoreticalH“tudyHonHohargeU”ransferHrluorescenceH}robesfHH
bU}ropanoylUZUPzTzUdimethylaminoQnaphthaleneHandHperivativesVHJournalfoffPhysicalfChemistryfATH
1998THYXZTHcY]eUcYab

2.8 69

215 towHtoHoomputeHqlectronHuonizationHyassH“pectraHfromHrirstH}rinciplesVHJournalfoffPhysicalf
ChemistryfATH2016THYZXTH[caaUbb 2.8 69

214 –nderstandingHandHQuantifyingHxondonHpispersionHqffectsHinH{rganometallicHoomplexesVHAccountsf
offChemicalfResearchTH2019THaZTHZadUZbb 24.3 69

(2019-2010)
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213 zUteterocyclicHcarbeneHPztoQHcatalyzedHchemoselectiveHacylationHofHalcoholsHinHtheHpresenceHofH
aminesHwithHvariousHacylatingHreagentsVHChemicalfScienceTH2013TH]THZYcc 9.4 68

212 xowUoostHQuantumHohemicalHyethodsHforHzoncovalentHunteractionsVHJournalfoffPhysicalfChemistryf
LettersTH2014THaTH]ZcaUd] 6.4 66

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

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

209 ’eaktionenHfrustrierterHxewisU}aareHmitHkonjugiertenHunonenHâ��HselektiveHtydrierungHderH
wohlenstoffUwohlenstoffUpreifachbindungVHAngewandtefChemieTH2011THYZ[THc[ZYUc[Z] 3.6 65

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

207 nlindHpredictionHofHbindingHaffinitiesHforHchargedHsupramolecularHhostUguestHsystemsfHachievementsH
andHshortcomingsHofHpr”Up[VHJournalfoffPhysicalfChemistryfBTH2014THYYdTH[][YU]X 3.4 64

206
tydrosilylationHofHketonesTHiminesHandHnitrilesHcatalysedHbyHelectrophilicHphosphoniumHcationsfH
functionalHgroupHselectivityHandHmechanisticHconsiderationsVHChemistryfvfAfEuropeanfJournalTH2015TH
ZYTHb]eYUaXX

4.8 63

205 pispersionHcorrectedHhartreeUfockHandHdensityHfunctionalHtheoryHforHorganicHcrystalHstructureH
predictionVHTopicsfinfCurrentfChemistryTH2014TH[]aTHYUZ[ 61

204 nPobraQ[HUcatalyzedHtransferHofHdihydrogenHfromHoneHunsaturatedHhydrocarbonHtoHanotherVH
AngewandtefChemiefvfInternationalfEditionTH2015THa]THYZYadUbZ 16.4 60

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

202 QuantumHchemicalHcalculationHofHelectronHionizationHmassHspectraHforHgeneralHorganicHandHinorganicH
moleculesVHChemicalfScienceTH2017THdTH]dceU]dea 9.4 58

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

200 oyclischeHmlleneHundHoumuleneHdurchHkooperativeHmdditionHfrustrierterHxewisU}aareHanHkonjugierteH
qnineHundHpiineVHAngewandtefChemieTH2010THYZZTHZ]b]UZ]bc 3.6 53

199 mHcomputationallyHefficientHdoubleHhybridHdensityHfunctionalHbasedHonHtheHrandomHphaseH
approximationVHPhysicalfChemistryfChemicalfPhysicsTH2016THYdTHZXeZbU[c 3.6 51

198 mHdiuraniumHcarbideHclusterHstabilizedHinsideHaHoHfullereneHcageVHNaturefCommunicationsTH2018THeTHZca[ 17.4 47

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

196
{rganicHcrystalHpolymorphismfHaHbenchmarkHforHdispersionUcorrectedHmeanUfieldHelectronicH
structureHmethodsVHActafCrystallographicafSectionfB:fStructuralfScienceufCrystalfEngineeringfandf
MaterialsTH2016THcZTHaXZUY[

1.8 45
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195 untramolecularHxondonHpispersionHunteractionHqffectsHonHsasU}haseHandH“olidU“tateH“tructuresHofH
piamondoidHpimersVHJournalfoffthefAmericanfChemicalfSocietyTH2017THY[eTHYbbebUYbcXc 16.4 44

194 rrustratedHxewisH}airHoatalyzedHtydrogenationHofHmmidesfHtalidesHasHmctiveHxewisHnaseHinHtheH
yetalUrreeHtydrogenHmctivationVHJournalfoffthefAmericanfChemicalfSocietyTH2019THY]YTHYaeUYbZ 16.4 44

193 ”heHfrustratedHxewisHpairHpathwayHtoHmethyleneHphosphoniumHsystemsVHChemicalfScienceTH2014THaTHcecUdX[9.4 43

192 qxtensionHandHevaluationHofHtheHp]HxondonUdispersionHmodelHforHperiodicHsystemsVHPhysicalf
ChemistryfChemicalfPhysicsTH2020THZZTHd]eeUdaYZ 3.6 42

191
umplementationHofHnuclearHgradientsHofHrangeUseparatedHhybridHdensityHfunctionalsHandH
benchmarkingHonHrotationalHconstantsHforHorganicHmoleculesVHJournalfoffComputationalfChemistryTH
2014TH[aTHYaXeUYb

3.5 41

190 zoncovalentHmetalUmetalHinteractionsfHtheHcrucialHroleHofHlondonHdispersionHinHaHbimetallicHindenylH
systemVHJournalfoffthefAmericanfChemicalfSocietyTH2009THY[YTHY]YabUc 16.4 40

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

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

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

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

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

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

183
tøp’{}t{nqHohallengefHmHvointHqxperimentalHandHoomputationalH“tudyHonHtheHtostUsuestH
nindingHofHtydrocarbonsHtoHoucurbiturilsTHmllowingHqxplicitHqvaluationHofHsuestHtydrationH
rreeUqnergyHoontributionsVHJournalfoffPhysicalfChemistryfBTH2017THYZYTHYYY]]UYYYbZ

3.4 38

182 “creenedHexchangeHhybridHdensityHfunctionalHforHaccurateHandHefficientHstructuresHandHinteractionH
energiesVHPhysicalfChemistryfChemicalfPhysicsTH2016THYdTHYaaYeUZ[ 3.6 37

181 mHgeneralHintermolecularHforceHfieldHbasedHonHtightUbindingHquantumHchemicalHcalculationsVHJournalf
offChemicalfPhysicsTH2017THY]cTHYbYcXd 3.9 36

180 ”owardsHfullHQuantumUyechanicsUbasedH}roteinUxigandHnindingHmffinitiesVHChemPhysChemTH2017TH
YdTHdedUeXa 3.2 35

179 WhyHpoesHtheHuntramolecularH”rimethyleneUnridgedHrrustratedHxewisH}airHyesZH}otZHotZHotZH
nPobHraHQZHzotHmctivateHpihydrogenkVHChemistryfvfAfEuropeanfJournalTH2016THZZTHaeddUea 4.8 35

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

(2018-2017)
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177 ”heHfuranHmicrosolvationHblindHchallengeHforHquantumHchemicalHmethodsfHrirstHstepsVHJournalfoff
ChemicalfPhysicsTH2018THY]dTHXY][XY 3.9 34

176
mccurateH”heoreticalHpescriptionHofHtheHPYQxaHandHPYQxbHqxcitedH“tatesHinHmcenesH–singHtheHmllH{rderH
oonstrictedHVariationalHpensityHrunctionalH”heoryHyethodHandHtheHxocalHpensityHmpproximationVH
JournalfoffChemicalfTheoryfandfComputationTH2012THdTH]][]U]X

6.4 34

175 rromHmdditivityHtoHoooperativityHinHohemistryfHoanHoooperativityHneHyeasuredkVHChemistryfvfAf
EuropeanfJournalTH2017THZ[THadb]Uadc[ 4.8 33

174 “emiautomatedH”ransitionH“tateHxocalizationHforH{rganometallicHoomplexesHwithH“emiempiricalH
QuantumHohemicalHyethodsVHJournalfoffChemicalfTheoryfandfComputationTH2020THYbTHZXXZUZXYZ 6.4 32

173 mccurateHoomputationHofH“tructuresHandH“trainHqnergiesHofHoyclophanesHwithHyodernHpr”H
yethodsVHIsraelfJournalfoffChemistryTH2012THaZTHYdXUYeZ 3.4 32

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

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

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

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

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

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

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

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

164 mutomatedHandHefficientHquantumHchemicalHdeterminationHandHenergeticHrankingHofHmolecularH
protonationHsitesVHJournalfoffComputationalfChemistryTH2017TH[dTHZbYdUZb[Y 3.5 30

163 ”heHohiralH”rimerHandHaHyetastableHohiralHpimerHofHmchiralHtexafluoroisopropanolfHmH
yultiUyessengerH“tudyVHAngewandtefChemiefvfInternationalfEditionTH2019THadTHaXdXUaXd] 16.4 30

162
tydrogenationHandH”ransferHtydrogenationH}romotedHbyH”etheredH’uU“HoomplexesfHrromH
oooperativeHpihydrogenHmctivationHtoHtydrideHmbstractionW}rotonH’eleaseHfromHpihydrogenH
“urrogatesVHChemistryfvfAfEuropeanfJournalTH2016THZZTHYXXXeUYb

4.8 29

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

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

Sebastian Ehlert
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159 zonlinearUresponseHpropertiesHinHaHsimplifiedHtimeUdependentHdensityHfunctionalHtheoryHPs”pUpr”QH
frameworkfHqvaluationHofHtheHfirstHhyperpolarizabilityVHJournalfoffChemicalfPhysicsTH2018THY]eTHXZ]YXd 3.9 28

158 qlectrophilicHrormylationHofHmrenesHbyH“ilyliumHuonHyediatedHmctivationHofHoarbonHyonoxideVH
AngewandtefChemiefvfInternationalfEditionTH2018THacTHd[XYUd[Xa 16.4 28

157 runctionalHyechanicallyHunterlockedHyoleculesfHmsymmetricH{rganocatalysisHwithHaHoatenatedH
nifunctionalHnrˆ‚nstedHmcidVHAngewandtefChemieTH2017THYZeTHYYbY]UYYbYc 3.6 28

156 rrustratedHxewisHpairHadditionHtoHconjugatedHdiynesfHformationHofHzwitterionicHYTZT[UbutatrieneH
derivativesVHDaltonfTransactionsTH2012TH]YTHeY[aU]Z 4.3 28

155 teterobifunctionalH’otaxanesHforHmsymmetricHoatalysisVHAngewandtefChemiefvfInternationalfEditionTH
2020THaeTHaYXZUaYXc 16.4 28

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

153 ooUoHnondHpissociationHqnergiesHinHoobalaminHperivativesHandHpispersionHqffectsfHmnomalyHorHvustH
ohallengingkVHJournalfoffChemicalfTheoryfandfComputationTH2015THYYTHYX[cU]a 6.4 27

152 qfficientHoomputationHofHrreeHqnergyHoontributionsHforHmssociationH’eactionsHofHxargeHyoleculesVH
JournalfoffPhysicalfChemistryfLettersTH2020THYYTHbbXbUbbYY 6.4 27

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

150 VollautomatisierteHquantenchemischeHnerechnungHvonH“pinU“pinUHgekoppeltenHmagnetischenH
wernspinresonanzspektrenVHAngewandtefChemieTH2017THYZeTHY]eadUY]eb] 3.6 25

149 rormationHofHmacrocyclicHringHsystemsHbyHcarbonylationHofHtrifunctionalH}WnWnHfrustratedHxewisH
pairsVHChemicalfScienceTH2018THeTHYa]]UYaaX 9.4 25

148 “olidHstateHfrustratedHxewisHpairHchemistryVHChemicalfScienceTH2018THeTH]daeU]dba 9.4 24

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

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

145 talogenHbondedHsupramolecularHcapsulesfHaHchallengingHtestHcaseHforHquantumHchemicalHmethodsVH
ChemicalfCommunicationsTH2016THaZTHede[Ub 5.8 24

144 ”heoreticalHstudyHonHconformationalHenergiesHofHtransitionHmetalHcomplexesVHPhysicalfChemistryf
ChemicalfPhysicsTH2021THZ[THZdcUZee 3.6 24

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

142 rindingHtheHbestHdensityHfunctionalHapproximationHtoHdescribeHinteractionHenergiesHandHstructuresH
ofHionicHliquidsHinHmolecularHdynamicsHstudiesVHJournalfoffChemicalfPhysicsTH2018THY]dTHYe[d[a 3.9 23

(2018-2018)
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141 oouplingHofHoarbonHyonoxideHwithHzitrogenHyonoxideHatHaHrrustratedHxewisH}airH”emplateVH
AngewandtefChemiefvfInternationalfEditionTH2016THaaTHeZYbUe 16.4 23

140 “PviQHxewisHacidsfHfluorosulfoxoniumHcationsVHChemicalfCommunicationsTH2016THaZTHYZ]YdUYZ]ZY 5.8 23

139 poubleHrx}UmlkyneHqxchangeH’eactionsfHmHracileH’outeHtoH”eWnHteterocyclesVHJournalfoffthef
AmericanfChemicalfSocietyTH2015THY[cTHY[Zb]Uc 16.4 22

138
mutomatedHquantumHchemistryHbasedHmolecularHdynamicsHsimulationsHofHelectronHionizationH
inducedHfragmentationsHofHtheHnucleobasesH–racilTH”hymineTHoytosineTHandHsuanineVHEuropeanf
JournalfoffMassfSpectrometryTH2015THZYTHYZaU]X

1.1 22

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

136 r“omzUp]fHpispersionHcorrectedHmetaUgeneralizedHgradientHapproximationHforHgeneralHchemicalH
applicationsVHJournalfoffChemicalfPhysicsTH2021THYa]THXbYYXY 3.9 22

135 }redictingHelasticHpropertiesHofH˛†UtyöHfromHfirstUprinciplesHcalculationsVHJournalfoffPhysicalf
ChemistryfBTH2015THYYeTHadebUeX[ 3.4 21

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

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

132 ”heHmssociationHofH”woHâ��rrustratedâ��HxewisH}airsHbyH“tateUofUtheUmrtHQuantumHohemicalHyethodsVH
IsraelfJournalfoffChemistryTH2015THaaTHZ[aUZ]Z 3.4 20

131 yodelingH”ransitionHyetalH’eactionsHwithH’angeU“eparatedHrunctionalsVHJournalfoffChemicalfTheoryf
andfComputationTH2013THeTHZZdbUee 6.4 20

130 mHrrustratedH}hosphaneUnoraneHxewisH}airHandHtydrogenfHmHwineticsH“tudyVHChemistryfvfAfEuropeanf
JournalTH2016THZZTHYYeadUbY 4.8 20

129
mggregationHnehaviorHofHaH“ixUyemberedHoyclicHrrustratedH}hosphaneWnoraneHxewisH}airfH
rormationHofHaH“upramolecularHoyclooctamericHyacrocyclicH’ingH“ystemVHAngewandtefChemiefvf
InternationalfEditionTH2019THadTHddZUddb

16.4 20

128
“ingleU}ointHtessianHoalculationsHforHumprovedHVibrationalHrrequenciesHandH
’igidU’otorUtarmonicU{scillatorH”hermodynamicsVHJournalfoffChemicalfTheoryfandfComputationTH
2021THYcTHYcXYUYcY]

6.4 20

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

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

125 “HZH’eactionsHatH”ertiaryHoarbonHoentersHinHqpoxidesVHAngewandtefChemiefvfInternationalfEditionTH
2017THabTHecYeUecZZ 16.4 18

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

Sebastian Ehlert
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123 ”rappingHqxperimentsHonHaH”richlorosilanideHmnionfHaHweyHuntermediateHofHtalogenosilaneH
ohemistryVHInorganicfChemistryTH2017THabTHdbd[Udbdd 5.1 18

122 roldingHofHunstructuredHpeptoidsHandHformationHofHheteroUbimetallicHpeptoidHcomplexesHuponH
sideUchainUtoUmetalHcoordinationVHChemicalfScienceTH2019THYXTHbZXUb[Z 9.4 18

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

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

119 oalculationHofHqlectronHuonizationHyassH“pectraHwithH“emiempiricalHsrznUx”nHyethodsVHACSfOmegaTH
2019TH]THYaYZXUYaY[[ 3.9 17

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

117 oalculationHofHabsoluteHmolecularHentropiesHandHheatHcapacitiesHmadeHsimpleVHChemicalfScienceTH
2021THYZTHbaaYUbabd 9.4 17

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

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

114 yodelingHofHspinUspinHdistanceHdistributionsHforHnitroxideHlabeledHbiomacromoleculesVHPhysicalf
ChemistryfChemicalfPhysicsTH2020THZZTHZ]ZdZUZ]ZeX 3.6 16

113 qxploringHtheHchemicalHnatureHofHsuperUheavyHmainUgroupHelementsHbyHmeansHofHefficientH
planeUwaveHdensityUfunctionalHtheoryVHPhysicalfChemistryfChemicalfPhysicsTH2019THZYTHYdX]dUYdXad 3.6 15

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

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

110
qlectronicHcircularHdichroismHofHhighlyHconjugatedHˇ�UsystemsfHbreakdownHofHtheH
”ammUpancoffWconfigurationHinteractionHsinglesHapproximationVHJournalfoffPhysicalfChemistryfATH
2015THYYeTH[ba[UbZ

2.8 15

109
ponorUacceptorHinteractionsHbetweenHcyclicHtrinuclearHpyridinateHgoldPiQUcomplexesHandH
electronUpoorHguestsfHnatureHandHenergeticsHofHguestUbindingHandHtemplatingHonHgraphiteVHChemicalf
ScienceTH2018THeTH[]ccU[]d[

9.4 15

108 mccurateH”hermochemistryHforHxargeHyoleculesHwithHyodernHpensityHrunctionalsVHTopicsfinfCurrentf
ChemistryTH2014THYUZ[ 15

107 mHdispersionUcorrectedHdensityHfunctionalHtheoryHcaseHstudyHonHethylHacetateHconformersTHdimerTH
andHmolecularHcrystalVHTheoreticalfChemistryfAccountsTH2013THY[ZTHY 1.9 15

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

(2020-2017)
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105 ”heHfirstHmicrosolvationHstepHforHfuransfHzewHexperimentsHandHbenchmarkingHstrategiesVHJournalfoff
ChemicalfPhysicsTH2020THYaZTHYb][X[ 3.9 14

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

103 mHoaseH“tudyHofHyechanicalH“trainHinH“upramolecularHoomplexesHtoHyanipulateHtheH“pinH“tateHofH
uronPuuQHoentresVHEuropeanfJournalfoffInorganicfChemistryTH2015THZXYaTHaaX[UaaYX 2.3 14

102 qinHachtkernigerHmetallosupramolekularerHWˆ…rfelHmitH“pinUorossoverUqigenschaftenVHAngewandtef
ChemieTH2017THYZeTHaXYZUaXYc 3.6 13

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

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

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

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

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

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

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

94
usolationHandHoomputationalH“tudiesHofHaH“eriesHofH”erphenylH“ubstitutedHpiplumbynesHwithHxigandH
pependentHxeadUxeadHyultipleUnondingHoharacterVHJournalfoffthefAmericanfChemicalfSocietyTH2019TH
Y]YTHY][cXUY][d[

16.4 12

93
oomprehensiveHmssessmentHofHsrzH”ightUnindingHandHoompositeHpensityHrunctionalH”heoryH
yethodsHforHoalculatingHsasU}haseHunfraredH“pectraVHJournalfoffChemicalfTheoryfandfComputationTH
2020THYbTHcX]]UcXbX

6.4 12

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

91 }yridylHoontainingHYTaUpiazaU[TcUdiphosphacyclooctanesHasHnridgingHxigandsHforHpinuclearHoopperPuQH
oomplexesVHZeitschriftfFurfAnorganischefUndfAllgemeinefChemieTH2017THb][THdeaUeXZ 1.3 11

90 noronHxewisHmcidUoatalyzedH’egioselectiveHtydrothiolationHofHoonjugatedHpienesHwithH”hiolsVHACSf
CatalysisTH2019THeTHYYbZcUYYb[[ 13.1 11

89 ”owardsH’eagentsHforHnimetallicHmctivationH’eactionsfH}olyhydrideHoomplexesHwithH’uZt[TH
’uZüntbTHandHouZ’uZtbHooresVHEuropeanfJournalfoffInorganicfChemistryTH2013THZXY[TH[X[eU[X]d 2.3 11

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

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

86 QuantificationHofHzoncovalentHunteractionsHinHmzideU}nictogenTHUohalcogenTHandHUtalogenHoontactsVH
ChemistryfvfAfEuropeanfJournalTH2021THZcTH]bZcU]b[e 4.8 11

85 nenzimidazolylquinoxalinesfHnovelHfluorophoresHwithHtuneableHsensitivityHtoHsolventHeffectsVH
PhysicalfChemistryfChemicalfPhysicsTH2017THYeTHbXeaUbYX] 3.6 10

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

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

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

81
“ynthesisHofH˛…HU{xoUnridgedHuronPuuuQH”etraphenylporphyrinU“pacerUzitroxideHpimersHandHtheirH
“tructuralHandHpynamicsHoharacterizationHbyHusingHq}’HandHypH“imulationsVHChemistryfvfAfEuropeanf
JournalTH2019THZaTHZadbUZaeb

4.8 9

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

79 –nimolecularHdecompositionHpathwaysHofHnegativelyHchargedHnitrilesHbyHabHinitioHmolecularH
dynamicsVHPhysicalfChemistryfChemicalfPhysicsTH2016THYdTH[YXYcU[YXZb 3.6 9

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

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

76 ohiralHpibenzopentaleneUnasedHoonjugatedHzanohoopsHthroughH“tereoselectiveH“ynthesisVH
AngewandtefChemiefvfInternationalfEditionTH2021THbXTHYXbdXUYXbde 16.4 9

75 “trongHqvidenceHofHaH}hosphanoxylHoomplexfHrormationTHnondingTHandH’eactivityHofHxigatedH
}hosphorusHmnaloguesHofHzitroxidesVHAngewandtefChemiefvfInternationalfEditionTH2016THaaTHY]][eUY]]][ 16.4 9

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

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

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

71
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