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368 xzwnl‘GbeGtheGnextGgenerβtionUGJournaleofeComputationaleChemistrySG2010SGZXSGYY[T[b 3.5 1425

367 †epβrβmeterizβtionGofGhyμriσGfunπtionβlsGμβseσGonGenergyGσifferenπesGofGstβtesGofGσifferentG
multipliπityUGTheoreticaleChemistryeAccountsSG2001SGXWbSG[cT]] 1.9 1115

366 xolπβsGceGyewGπβpβμilitiesGforGmultiπonfigurβtionβlGquβntumGπhemiπβlGπβlπulβtionsGβπrossGtheG
perioσiπGtβμleUGJournaleofeComputationaleChemistrySG2016SGZbSG]WaT[X 3.5 1047

365 ’heGgenerβlizeσGoouglβsâ��vrollGtrβnsformβtionUGJournaleofeChemicalePhysicsSG2002SGXXbSGdYX]TdYYa 3.9 558

364 pxβπtGσeπouplingGofGtheGoirβπGsβmiltoniβnUGttUG’heGgenerβlizeσGoouglβsTvrollTsessGtrβnsformβtionG
upGtoGβrμitrβryGorσerUGJournaleofeChemicalePhysicsSG2004SGXYXSGXWd[]T]a 3.9 488

363 lssertionGβnσGvβliσβtionGofGtheGperformβnπeGofGtheGmZwY{jGfunπtionβlGforGtheGfirstGtrβnsitionGmetβlG
rowGβnσGtheGrYGtestGsetUGJournaleofeChemicalePhysicsSG2002SGXXbSG[bYdT[bZb 3.9 463

362 }uβntumGπhemiπβlGπβlπulβtionGofGviμrβtionβlGspeπtrβGofGlβrgeGmoleπulesTT†βmβnGβnσGt†GspeπtrβGforG
muπkminsterfullereneUGJournaleofeComputationaleChemistrySG2002SGYZSGcd]TdXW 3.5 445

361 pxβπtGσeπouplingGofGtheGoirβπGsβmiltoniβnUGtUGrenerβlGtheoryUGJournaleofeChemicalePhysicsSG2004SGXYXSGYWZbT[b3.9 406

360 ’heoretiπβlGstuσyGofGtheGqeOphenPOYPOyn‘POYPGspinTπrossoverGπomplexGwithGrepβrβmetrizeσGσensityG
funπtionβlsUGInorganiceChemistrySG2002SG[XSGadYcTZ] 5.1 374

359 zpenxolπβseGqromG‘ourπeGnoσeGtoGtnsightUGJournaleofeChemicaleTheoryeandeComputationSG2019SGX]SG]dY]T]da[6.4 310

358 pluπiσβtingGreβπtionGmeπhβnismsGonGquβntumGπomputersUGProceedingseofetheeNationaleAcademyeofe
ScienceseofetheeUnitedeStateseofeAmericaSG2017SGXX[SGb]]]Tb]aW 11.5 229

357 G2009SG 217

356 pxβπtGσeπouplingGofGtheGrelβtivistiπGqoπkGoperβtorUGTheoreticaleChemistryeAccountsSG2012SGXZXSGX 1.9 183

355 lutomβteσG‘eleπtionGofGlπtiveGzrμitβlG‘pβπesUGJournaleofeChemicaleTheoryeandeComputationSG2016SG
XYSGXbaWTbX 6.4 176

354 oouglβsâ��vrollâ��sessG’heoryeGβGrelβtivistiπGeleπtronsTonlyGtheoryGforGπhemistryUGTheoreticaleChemistrye
AccountsSG2006SGXXaSGY[XTY]Y 1.9 176

353 ‘pinGinGσensityTfunπtionβlGtheoryUGInternationaleJournaleofeQuantumeChemistrySG2012SGXXYSGZaaXTZac[ 2.1 154

352 nomμineσGspeπtrosπopiπGβnσGtheoretiπβlGeviσenπeGforGβGpersistentGenσTonGπopperGsuperoxoG
πomplexUGAngewandteeChemieeteInternationaleEditionSG2004SG[ZSG[ZaWTZ 16.4 150
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351 lππurβteGfrozenTσensityGemμeσσingGpotentiβlsGβsGβGfirstGstepGtowβrσsGβGsuμsystemGσesπriptionGofG
πovβlentGμonσsUGJournaleofeChemicalePhysicsSG2010SGXZYSGXa[XWX 3.9 149

350 ’heGseπretGofGσimethylGsulfoxiσeTwβterGmixturesUGlGquβntumGπhemiπβlGstuσyGofGXox‘zTnwβterG
πlustersUGJournaleofetheeAmericaneChemicaleSocietySG2002SGXY[SGaYWaTX] 16.4 149

349 nooperβtiveGwightTlπtivβteσGtoσineGβnσG{hotoreσoxGnβtβlysisGforGtheGlminβtionGofGnspZGTsGmonσsUG
AngewandteeChemieeteInternationaleEditionSG2017SG]aSGcWW[TcWWc 16.4 148

348 oensityGmβtrixGrenormβlizβtionGgroupGπβlπulβtionsGonGrelβtiveGenergiesGofGtrβnsitionGmetβlG
πomplexesGβnσGπlustersUGJournaleofeChemicalePhysicsSG2008SGXYcSGWX[XW[ 3.9 147

347 yewGmenπhmβrkG‘etGofG’rβnsitionTxetβlGnoorσinβtionG†eβπtionsGforGtheGlssessmentGofGoensityG
qunπtionβlsUGJournaleofeChemicaleTheoryeandeComputationSG2014SGXWSGZWdYTXWZ 6.4 142

346 seβvyGrrignβrσGreβgentseGπhβllengesGβnσGpossiμilitiesGofGβrylGβlkβlineGeβrthGmetβlGπompounσsUG
ChemistryeteAeEuropeaneJournalSG2007SGXZSGaYdYTZWa 4.8 137

345 ’heGoensityGxβtrixG†enormβlizβtionGrroupGllgorithmGinG}uβntumGnhemistryUGZeitschrifteFure
PhysikalischeeChemieSG2010SGYY[SG]cZT]dd 3.1 136

344 }uβntumTinformβtionGβnβlysisGofGeleπtroniπGstβtesGofGσifferentGmoleπulβrGstruπturesUGPhysicale
RevieweASG2011SGcZSG 2.6 125

343 lnGeffiπientGimplementβtionGofGtwoTπomponentGrelβtivistiπGexβπtTσeπouplingGmethoσsGforGlβrgeG
moleπulesUGJournaleofeChemicalePhysicsSG2013SGXZcSGXc[XW] 3.9 121

342 pntβnglementGxeβsuresGforG‘ingleTGβnσGxultireferenπeGnorrelβtionGpffeπtsUGJournaleofePhysicale
ChemistryeLettersSG2012SGZSGZXYdTZ] 6.4 118

341
nompβrisonGofGσensityGfunπtionβlsGforGσifferenπesGμetweenGtheGhighTGO]’YgPGβnσGlowTGOXlXgPGspinG
stβtesGofGironOttPGπompounσsUGt”UG†esultsGforGtheGferrousGπomplexesG[qeOwPONys‘[NPöUGJournaleofe
ChemicalePhysicsSG2005SGXYYSGYZ[ZYX

3.9 118

340 woπβlizingGnormβlGmoσesGinGlβrgeGmoleπulesUGJournaleofeChemicalePhysicsSG2009SGXZWSGWc[XWa 3.9 117

339
‘tβμleGIinverseIGsβnσwiπhGπomplexGwithGunpreπeσenteσGorgβnoπβlπiumOtPeGπrystβlGstruπturesGofG
[OthfPOYPxgOmrPTnOaPsOYPTYS[SaT{hOZPöGβnσG[OthfPOZPnβ{muTnOaPsOZPTXSZS]T{hOZP}nβOthfPOZPöUGJournaleofe
theeAmericaneChemicaleSocietySG2009SGXZXSGYdbbTc]

16.4 117

338 yewGeleπtronGπorrelβtionGtheoriesGforGtrβnsitionGmetβlGπhemistryUGPhysicaleChemistryeChemicale
PhysicsSG2011SGXZSGab]WTd 3.6 112

337 xoσernGquβntumGπhemistryGwithG[zpenöxolπβsUGJournaleofeChemicalePhysicsSG2020SGX]YSGYX[XXb 3.9 106

336 tntrinsiπGσinitrogenGβπtivβtionGβtGμβreGmetβlGβtomsUGAngewandteeChemieeteInternationaleEditionSG2006
SG[]SGaYa[Tcc 16.4 105

335 qirstTprinπiplesGinvestigβtionGofGtheG‘πhroπkGmeπhβnismGofGσinitrogenGreσuπtionGemployingGtheGfullG
st{’yZyGligβnσUGInorganiceChemistrySG2008SG[bSGZaZ[T]W 5.1 104

334 nonvergenπeGμehβviorGofGtheGσensityTmβtrixGrenormβlizβtionGgroupGβlgorithmGforGoptimizeσGorμitβlG
orσeringsUGJournaleofeChemicalePhysicsSG2005SGXYYSGWY[XWb 3.9 104
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333
pstimβtionGofGtheG”iμrβtionβlGnontriμutionGtoGtheGpntropyGnhβngeGlssoπiβteσGwithGtheGwowTGtoG
sighT‘pinG’rβnsitionGinGqeOphenPYOyn‘PYGnomplexeseGG†esultsGzμtβineσGμyGt†GβnσG†βmβnG
‘peπtrosπopyGβnσGoq’GnβlπulβtionsUGJournaleofePhysicaleChemistryeASG2002SGXWaSGXYWY[TXYWZ[

2.8 104

332 seuristiπsTruiσeσGpxplorβtionGofG†eβπtionGxeπhβnismsUGJournaleofeChemicaleTheoryeande
ComputationSG2015SGXXSG]bXYTYY 6.4 102

331 †elβtivistiπGoouglβsâ��vrollâ��sessGtheoryUGWileyeInterdisciplinaryeReviews:eComputationaleMoleculare
ScienceSG2012SGYSGXZdTX[d 7.9 102

330 lnGeffiπientGmβtrixGproσuπtGoperβtorGrepresentβtionGofGtheGquβntumGπhemiπβlGsβmiltoniβnUGJournale
ofeChemicalePhysicsSG2015SGX[ZSGY[[XXc 3.9 100

329 mβsisGsetGβnσGσensityGfunπtionβlGσepenσenπeGofGviμrβtionβlG†βmβnGoptiπβlGβπtivityGπβlπulβtionsUG
JournaleofePhysicaleChemistryeASG2005SGXWdSGb]abTb[ 2.8 95

328 lGmoσeTseleπtiveGquβntumGπhemiπβlGmethoσGforGtrβπkingGmoleπulβrGviμrβtionsGβpplieσGtoG
funπtionβlizeσGπβrμonGnβnotuμesUGJournaleofeChemicalePhysicsSG2003SGXXcSGXaZ[TXa[X 3.9 94

327 {ropertiesGofG–luXYUGPhysicaleChemistryeChemicalePhysicsSG2004SGaSGXXTYY 3.6 93

326 nβnGoq’GlππurβtelyG{reσiπtG‘pinGoensitiesjGlnβlysisGofGoisπrepβnπiesGinGtronGyitrosylGnomplexesUG
JournaleofeChemicaleTheoryeandeComputationSG2011SGbSGYb[WT]Y 6.4 87

325 ’heoretiπβlGstuσyGofGπβtβlytiπGσinitrogenGreσuπtionGunσerGmilσGπonσitionsUGInorganiceChemistrySG2005
SG[[SGda[WTY 5.1 87

324 pxplorβtionGofG†eβπtionG{βthwβysGβnσGnhemiπβlG’rβnsformβtionGyetworksUGJournaleofePhysicale
ChemistryeASG2019SGXYZSGZc]TZdd 2.8 85

323 zrμitβlGpntβnglementGinGmonσTqormβtionG{roπessesUGJournaleofeChemicaleTheoryeandeComputationSG
2013SGdSGYd]dTbZ 6.4 83

322 nβlπulβtionGofGeleπtriπTfielσGgrβσientsGμβseσGonGhigherTorσerGgenerβlizeσGoouglβsTvrollG
trβnsformβtionsUGJournaleofeChemicalePhysicsSG2005SGXYYSGYW[XWb 3.9 80

321 rβsTphβseGnTsGβnσGyTsGμonσGβπtivβtionGμyGβGhighGvβlentGnitriσoTironGσiπβtionGβnσGysTtrβnsferGtoG
βπtivβteσGolefinsUGJournaleofetheeAmericaneChemicaleSocietySG2008SGXZWSG[Yc]Td[ 16.4 79

320 syσrogenβsesGβnσGoxygenUGChemicaleScienceSG2012SGZSGXbZd 9.4 78

319 lssignmentGofG”iμrβtionβlG‘peπtrβGofGXSXWT{henβnthrolineGμyGnompβrisonGwithGqrequenπiesGβnσG
†βmβnGtntensitiesGfromGoensityGqunπtionβlGnβlπulβtionsUGJournaleofePhysicaleChemistryeASG2004SGXWcSGbZ[Tb[Y2.8 78

318 nompβrβtiveGβnβlysisGofGloπβlGspinGσefinitionsUGJournaleofeChemicalePhysicsSG2005SGXYYSGZ[XWY 3.9 77

317 oensityGmβtrixGrenormβlizβtionGgroupGwithGeffiπientGσynβmiπβlGeleπtronGπorrelβtionGthroughGrβngeG
sepβrβtionUGJournaleofeChemicalePhysicsSG2015SGX[YSGYY[XWc 3.9 74

316 pxβπtGσeπouplingGofGtheGoirβπGsβmiltoniβnUGtttUGxoleπulβrGpropertiesUGJournaleofeChemicalePhysicsSG
2006SGXY[SGa[XWY 3.9 74
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315 yewGlpproβπhesGforGβμGinitioGnβlπulβtionsGofGxoleπulesGwithG‘trongGpleπtronGnorrelβtionUGChimiaSG
2016SGbWSGY[[T]X 1.3 74

314 xultireferenπeG{erturμβtionG’heoryGwithGnholeskyGoeπompositionGforGtheGoensityGxβtrixG
†enormβlizβtionGrroupUGJournaleofeChemicaleTheoryeandeComputationSG2017SGXZSG[]XT[]d 6.4 73

313 ‘eleπtionGofGβπtiveGspβπesGforGmultiπonfigurβtionβlGwβvefunπtionsUGJournaleofeChemicalePhysicsSG2015
SGX[YSGY[[XW[ 3.9 73

312 oeπompositionGofGσensityGmβtrixGrenormβlizβtionGgroupGstβtesGintoGβG‘lβterGσeterminβntGμβsisUG
JournaleofeChemicalePhysicsSG2007SGXYaSGY[[XWd 3.9 73

311 minσingGyYSGyYsYSGyYs[SGβnσGysZGtoGtrβnsitionTmetβlGsulfurGsiteseGmoσelingGpotentiβlG
intermeσiβtesGofGμiologiπβlGyYGfixβtionUGChemistryeteAeEuropeaneJournalSG2004SGXWSGcXdTZW 4.8 73

310 ’heGσensityGmβtrixGrenormβlizβtionGgroupGinGπhemistryGβnσGmoleπulβrGphysiπseG†eπentG
σevelopmentsGβnσGnewGπhβllengesUGJournaleofeChemicalePhysicsSG2020SGX]YSGW[WdWZ 3.9 71

309 nβptureGβnσGπhβrβπterizβtionGofGβGreβπtiveGhβemâ��πβrμenoiσGπomplexGinGβnGβrtifiπiβlGmetβlloenzymeUG
NatureeCatalysisSG2018SGXSG]bcT]c[ 36.5 71

308 lππurβteGβμGtnitioG‘pinGoensitiesUGJournaleofeChemicaleTheoryeandeComputationSG2012SGcSGXdbWTXdcY 6.4 70

307 nompleteTgrβphGtensorGnetworkGstβteseGβGnewGfermioniπGwβveGfunπtionGβnsβtzGforGmoleπulesUGNewe
JournaleofePhysicsSG2010SGXYSGXWZWWc 2.9 70

306 ’etrβπyπlineGβnσGσerivβtivesâ��βssignmentGofGt†GβnσG†βmβnGspeπtrβGviβGoq’GπβlπulβtionsUGPhysicale
ChemistryeChemicalePhysicsSG2003SG]SGXX[dTXX]b 3.6 70

305 nβnG†βmβnGoptiπβlGβπtivityGsepβrβteGβxiβlGfromGloπβlGπhirβlityjGlGtheoretiπβlGstuσyGofGheliπβlG
σeπβTβlβnineUGChemPhysChemSG2006SGbSGYXcdTda 3.2 69

304 pngineeringGxoleπulβrGtoσineGnβtβlysisGforGllkylâ��yitrogenGmonσGqormβtionUGACSeCatalysisSG2018SGcSGZdXcTZdY]13.1 68

303 woπβlGrelβtivistiπGexβπtGσeπouplingUGJournaleofeChemicalePhysicsSG2012SGXZaSGY[[XWc 3.9 68

302 qormβtionGofGβGniπkelTmethylGspeπiesGinGmethylTπoenzymeGmGreσuπtβseSGβnGenzymeGπβtβlyzingG
methβneGformβtionUGJournaleofetheeAmericaneChemicaleSocietySG2007SGXYdSGXXWYcTd 16.4 68

301 nhirβlityTinσuπeσGswitπhGinGhyσrogenTμonσGtopologyeGtetrβmeriπGmethylGlβπtβteGπlustersGinGtheGgβsG
phβseUGAngewandteeChemieeteInternationaleEditionSG2006SG[]SGZ[[WT] 16.4 68

300 ’heoretiπβlG†βmβnGoptiπβlGβπtivityGstuσyGofGtheGμetβGσomβinGofGrβtGmetβllothioneinUGJournaleofe
PhysicaleChemistryeBSG2010SGXX[SGXW]bTaZ 3.4 67

299 ’heGxβtterG‘imulβtionGO†PevolutionUGACSeCentraleScienceSG2018SG[SGX[[TX]Y 16.8 66

298 lnβlysisGofGseπonσβryGstruπtureGeffeπtsGonGtheGt†GβnσG†βmβnGspeπtrβGofGpolypeptiσesGinGtermsGofG
loπβlizeσGviμrβtionsUGJournaleofePhysicaleChemistryeBSG2009SGXXZSGa]]cTbZ 3.4 66
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297 znGtheGσefinitionGofGloπβlGspinGinGrelβtivistiπGβnσGnonrelβtivistiπGquβntumGπhemistryUGFaradaye
DiscussionsSG2007SGXZ]SGdbTXY[fGσisπussionGXY]T[dSG]WZTa 3.6 66

296 yitrogenGfixβtionGunσerGmilσGβmμientGπonσitionseGpβrtGtTTtheGinitiβlGσissoπiβtionVβssoπiβtionGstepGβtG
molyμσenumGtriβmiσoβmineGπomplexesUGChemistryeteAeEuropeaneJournalSG2005SGXXSGb[[cTaW 4.8 66

295 “nσerstβnσingGtheGsignβturesGofGseπonσβryTstruπtureGelementsGinGproteinsGwithG†βmβnGoptiπβlG
βπtivityGspeπtrosπopyUGChemistryeteAeEuropeaneJournalSG2009SGX]SGXZ[dXT]Wc 4.8 65

294 lGniπkelGhyσriσeGπomplexGinGtheGβπtiveGsiteGofGmethylTπoenzymeGmGreσuπtβseeGimpliπβtionsGforGtheG
πβtβlytiπGπyπleUGJournaleofetheeAmericaneChemicaleSocietySG2008SGXZWSGXWdWbTYW 16.4 64

293
‘toiπhiometriπG†eβπtionsGofGpnβminesGoeriveσGfromGoiphenylprolinolG‘ilylGpthersGwithGyitroGzlefinsG
βnσGwessonsGforGtheGnorresponσingGzrgβnoπβtβlytiπGnonversionsGâ��GβG‘urveyUGHelveticaeChimicaeActaSG
2013SGdaSGbddTc]Y

2 63

292 tsoeleπtroniπGlrσuengoT’ypeGnβrμeneGlnβloguesGwithGtheGrroupGtttβGplementsGmoronSGlluminumSG
rβlliumSGβnσGtnσiumG1998SGXddcSGZW]TZXW 62

291 lnβlysisGofGeleπtronGσensityGσistriμutionsGfromGsuμsystemGσensityGfunπtionβlGtheoryGβpplieσGtoG
πoorσinβtionGμonσsUGChemicalePhysicseLettersSG2008SG[aXSGZ]ZTZ]d 2.5 62

290 ‘ystemβtiπGprrorGpstimβtionGforGnhemiπβlG†eβπtionGpnergiesUGJournaleofeChemicaleTheoryeande
ComputationSG2016SGXYSGYbaYTbZ 6.4 61

289 lGstβμleGphosphβnylGphosphβketeneGβnσGitsGreβπtivityUGDaltoneTransactionsSG2015SG[[SGa[ZXTc 4.3 60

288 nommuniπβtioneGfourTπomponentGσensityGmβtrixGrenormβlizβtionGgroupUGJournaleofeChemicalePhysicsSG
2014SGX[WSGW[XXWX 3.9 60

287 lnβlytiπGhighTorσerGoouglβsTvrollTsessGeleπtriπGfielσGgrβσientsUGJournaleofeChemicalePhysicsSG2007SG
XYbSGWb[XW] 3.9 60

286
’rinuπleβrGπopperOttPGπomplexesGσeriveσGfromG‘πhiffTμβseGligβnσsGμβseσGonGβG
aTβminoTaTσeoxygluπopyrβnosiσeeGstruπturβlGβnσGmβgnetiπGπhβrβπterizβtionUGInorganiceChemistrySG
2006SG[]SGXWWaaTba

5.1 60

285 ’heGoeliπβteGmβlβnπeGofG‘tβtiπGβnσGoynβmiπGpleπtronGnorrelβtionUGJournaleofeChemicaleTheoryeande
ComputationSG2016SGXYSGZba[TbZ 6.4 59

284 †βmβnGoptiπβlGβπtivityGspeπtrβGofGπhirβlGtrβnsitionGmetβlGπomplexesUGChemicalePhysicsSG2008SGZ[aSGYXYTYYZ2.3 59

283 ‘pektroskopisπherGunσGtheoretisπherGyβπhweisGeinesGμestˆ⁄nσigenG
pnσTonTvupfersuperoxokomplexesUGAngewandteeChemieSG2004SGXXaSG[[aWT[[a[ 3.6 59

282 †elβtivistiπGox†rGπβlπulβtionsGonGtheGπurveGπrossingGofGπesiumGhyσriσeUGJournaleofeChemicalePhysicsSG
2005SGXYZSGXc[XW] 3.9 58

281 xˆ¶ssμβuerGspeπtrosπopyGforGheβvyGelementseGβGrelβtivistiπGμenπhmβrkGstuσyGofGmerπuryUGTheoreticale
ChemistryeAccountsSG2011SGXYdSGaZXTa]W 1.9 57

280
xoleπulβrGstruπtureGπβlπulβtionseGβGunifieσGquβntumGmeπhβniπβlGσesπriptionGofGeleπtronsGβnσGnuπleiG
usingGexpliπitlyGπorrelβteσGrβussiβnGfunπtionsGβnσGtheGgloμβlGveπtorGrepresentβtionUGJournaleofe
ChemicalePhysicsSG2012SGXZbSGWY[XW[

3.9 57
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279 qinσingGβGneeσleGinGβGhβystβπkeGσireπtGσeterminβtionGofGviμrβtionβlGsignβturesGinGπomplexGsystemsUG
NeweJournaleofeChemistrySG2007SGZXSGcXc 3.6 57

278 †elβtivistiπGpffeπtsGonGtheG’opologyGofGtheGpleπtronGoensityUGJournaleofeChemicaleTheoryeande
ComputationSG2007SGZSGYXcYTdb 6.4 57

277 ‘ynthesisGofGπhirβlGselfTβssemμlingGrhomμsGβnσGtheirGπhβrβπterizβtionGinGsolutionSGinGtheGgβsGphβseSG
βnσGβtGtheGliquiσTsoliσGinterfβπeUGJournaleofetheeAmericaneChemicaleSocietySG2005SGXYbSGXbabYTc] 16.4 56

276 pxβπtGσeπouplingGofGtheGoirβπGsβmiltoniβnUGt”UGlutomβteσGevβluβtionGofGmoleπulβrGpropertiesG
withinGtheGoouglβsTvrollTsessGtheoryGupGtoGβrμitrβryGorσerUGJournaleofeChemicalePhysicsSG2006SGXY[SGa[XWZ3.9 55

275
}uβntumGnhemiπβlGnβlπulβtionGofG†βmβnGtntensitiesGforGwβrgeGxoleπuleseG’heG{hotoisomerizβtionG
ofG[{qeâ��‘[â��O{†ZP}YOyYsYPöGOâ��‘[â��Yâ��GhGXSYTμisOYTxerπβptophenylthioPTpthβneOYâ��PPUGZeitschrifteFure
PhysikalischeeChemieSG2003SGYXbSGdXTXW[

3.1 55

274 yitrousGzxiσeGβsGβGsyσrogenGlππeptorGforGtheGoehyσrogenβtiveGnouplingGofGllπoholsUGAngewandtee
ChemieeteInternationaleEditionSG2016SG]]SGXc][Tc 16.4 55

273 lG’heoretiπβlGnhβllengeeG’rβnsitionTxetβlGnompounσsUGChimiaSG2009SGaZSGX[WTX[] 1.3 54

272 wigβnσsGforGσinitrogenGfixβtionGβtG‘πhroπkTtypeGπβtβlystsUGInorganiceChemistrySG2009SG[cSGXaZcT[c 5.1 54

271 qluoresπenπeGkinetiπsGofGβqueousGsolutionsGofGtetrβπyπlineGβnσGitsGπomplexesGwithGxgYRGβnσGnβYRUG
PhotochemicaleandePhotobiologicaleSciencesSG2003SGYSGXXWbTXb 4.2 54

270
‘tβμilizβtionGofGσiβzeneGinGqeOttPâ��sulfurGmoσelGπomplexesGrelevβntGforGnitrogenβseGβπtivityUGtUGlGnewG
βpproβπhGtoGtheGevβluβtionGofGintrβmoleπulβrGhyσrogenGμonσGenergiesUGTheoreticaleChemistrye
AccountsSG2001SGXWaSGZbdTZdY

1.9 54

269 vooperβtiveGwiπhtTβktivierteGtoσTGunσG{hotoreσoxTvβtβlyseGzurGlminierungGvonGnGTsTminσungenUG
AngewandteeChemieSG2017SGXYdSGcXXbTcXYX 3.6 53

268 lutomβteσGtσentifiπβtionGofG†elevβntGqrontierGzrμitβlsGforGnhemiπβlGnompounσsGβnσG{roπessesUG
ChimiaSG2017SGbXSGXbWTXba 1.3 53

267
’woTnomponentG†elβtivistiπGnβlπulβtionsGofGpleπtriπTqielσGrrβσientsG“singGpxβπtGoeπouplingG
xethoσseG‘pinTorμitGβnσG{iπtureTnhβngeGpffeπtsUGJournaleofeChemicaleTheoryeandeComputationSG2012SG
cSG[YZdT[c

6.4 53

266 qirstT{rinπiplesGlpproβπhGtoG”iμrβtionβlG‘peπtrosπopyGofGmiomoleπulesG2006SGc]TXZY 52

265 ‘pinTβσβpteσGmβtrixGproσuπtGstβtesGβnσGoperβtorsUGJournaleofeChemicalePhysicsSG2016SGX[[SGXZ[XWX 3.9 51

264 prrorTnontrolleσGpxplorβtionGofGnhemiπβlG†eβπtionGyetworksGwithGrβussiβnG{roπessesUGJournaleofe
ChemicaleTheoryeandeComputationSG2018SGX[SG]YZcT]Y[c 6.4 51

263 xOzP”OtP{OlnPeGviμrβtionβlGspeπtrosπopyGwithGβGroμustGmetβTprogrβmGforGmβssivelyGpβrβllelG
stβnσβrσGβnσGinverseGπβlπulβtionsUGJournaleofeComputationaleChemistrySG2012SGZZSGYXcaTdc 3.5 50

262 pnhβnπementGβnσGσeTenhβnπementGeffeπtsGinGviμrβtionβlGresonβnπeG†βmβnGoptiπβlGβπtivityUGJournale
ofeChemicalePhysicsSG2010SGXZYSGW[[XXZ 3.9 50

(2010-2007)
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261 ’heGfirstGphotoexπitβtionGstepGofGrutheniumTμβseσGmoσelsGforGβrtifiπiβlGphotosynthesisGhighlighteσG
μyGresonβnπeG†βmβnGspeπtrosπopyUGJournaleofePhysicaleChemistryeBSG2007SGXXXSGaWbcTcb 3.4 50

260 ‘pinGstβtesGinGpolynuπleβrGπlusterseGtheG[qeYzYöGπoreGofGtheGmethβneGmonooxygenβseGβπtiveGsiteUG
JournaleofeComputationaleChemistrySG2006SGYbSGXYYZTZd 3.5 50

259 oinuπleβrGσiβzeneGironGβnσGrutheniumGπomplexesGβsGmoσelsGforGstuσyingGnitrogenβseGβπtivityUG
ChemistryeteAeEuropeaneJournalSG2001SGbSG]Xd]TYWY 4.8 50

258 nontextTorivenGpxplorβtionGofGnomplexGnhemiπβlG†eβπtionGyetworksUGJournaleofeChemicaleTheorye
andeComputationSG2017SGXZSGaXWcTaXXd 6.4 49

257 zrμitβlGentβnglementGβnσGnl‘‘nqGβnβlysisGofGtheG†uTyzGμonσGinGβG†utheniumGnitrosylGπomplexUG
PhysicaleChemistryeChemicalePhysicsSG2015SGXbSGX[ZcZTdY 3.6 49

256 ’heoretiπβlGstuσyGofGσioxygenGinσuπeσGinhiμitionGofG[qeqeöThyσrogenβseUGInorganiceChemistrySG2009SG
[cSGbXYbT[W 5.1 49

255 nβlπulβtionGofGwigβnσGoissoπiβtionGpnergiesGinGwβrgeG’rβnsitionTxetβlGnomplexesUGJournaleofe
ChemicaleTheoryeandeComputationSG2018SGX[SGY[]aTY[ac 6.4 48

254 ’βrgetingGintermeσiβtesGofG[qeqeöThyσrogenβseGμyGnzGβnσGnyGviμrβtionβlGsignβturesUGInorganice
ChemistrySG2011SG]WSGZcccTdWW 5.1 48

253 lGstβμleGsixTπoorσinβteGintermeσiβteGinGβmmoniβTσinitrogenGexπhβngeGβtG‘πhroπkNsGmolyμσenumG
πβtβlystUGChemistryeteAeEuropeaneJournalSG2009SGX]SG]WbZTcY 4.8 48

252 ’opologiπβlGβnβlysisGofGeleπtronGσensitiesGfromGvohnT‘hβmGβnσGsuμsystemGσensityGfunπtionβlG
theoryUGJournaleofeChemicalePhysicsSG2008SGXYcSGW[[XX[ 3.9 48

251 ’sqGsolvβtesGofGextremelyGsoluμleGμisOYS[SaTtrimethylphenylPπβlπiumGβnσG
trisOYSaTσimethoxyphenylPσiπβlπiumGioσiσeUGAngewandteeChemieeteInternationaleEditionSG2007SG[aSGXaXcTYZ16.4 48

250 nβlπulβteσG†βmβnGoptiπβlGβπtivityGsignβturesGofGtryptophβnGsiσeGπhβinsUGChemPhysChemSG2008SGdSGYXbbTcW3.2 48

249 nonstruπtionGofGenvironmentGstβtesGinGquβntumTπhemiπβlGσensityTmβtrixGrenormβlizβtionGgroupG
πβlπulβtionsUGJournaleofeChemicalePhysicsSG2006SGXY[SGWZ[XWZ 3.9 47

248 lGtheoretiπβlGstuσyGofGspinGstβtesGinGyiT‘[GπomplexesGβnσGmoσelsGofGtheG[yiqeöGhyσrogenβseGβπtiveG
siteUGJournaleofeBiologicaleInorganiceChemistrySG2004SGdSGcbZTc[ 3.7 47

247 “nπertβintyGquβntifiπβtionGforGquβntumGπhemiπβlGmoσelsGofGπomplexGreβπtionGnetworksUGFaradaye
DiscussionsSG2016SGXd]SG[dbT]YW 3.6 47

246 ‘eπonσTzrσerG‘elfTnonsistentTqielσGoensityTxβtrixG†enormβlizβtionGrroupUGJournaleofeChemicale
TheoryeandeComputationSG2017SGXZSGY]ZZTY][d 6.4 46

245 ’heGpxplorβtionGofGnhemiπβlG†eβπtionGyetworksUGAnnualeRevieweofePhysicaleChemistrySG2020SGbXSGXYXTX[Y 15.7 46

244 qromGrβreGgβsGβtomsGtoGfullereneseGspheriπβlGβromβtiπityGstuσieσGfromGtheGpointGofGviewGofGβtomiπG
struπtureGtheoryUGChemistryeteAeEuropeaneJournalSG2003SGdSG][[YT]Y 4.8 46

Markus Reiher
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243 syσrogenG‘pilloverGtoGyonreσuπiμleG‘upportsUGJournaleofePhysicaleChemistryeCSG2012SGXXaSGX[Yb[TX[YcZ 3.8 45

242 ‘uμvβlentGzrgβnometβlliπGnompounσsGofGtheGllkβlineGpβrthGxetβlsGinGwowGzxiσβtionG‘tβtesUG
EuropeaneJournaleofeInorganiceChemistrySG2010SGYWXWSGXdbTYXa 2.3 45

241 †elevβnπeGofGtheGeleπtriπTσipoleTTeleπtriπTquβσrupoleGπontriμutionGtoG†βmβnGoptiπβlGβπtivityG
speπtrβUGJournaleofePhysicaleChemistryeBSG2008SGXXYSGYYXcTZY 3.4 45

240 ’heGeleπtroniπGstruπtureGofGtheGtrisOethylenePGπomplexesG[xOnYs[PZöGOxhyiSG{σSGβnσG{tPeGβGπomμineσG
experimentβlGβnσGtheoretiπβlGstuσyUGChemistryeteAeEuropeaneJournalSG2007SGXZSGXWWbcTcb 4.8 45

239 lGloπβlTmoσeGmoσelGforGunσerstβnσingGtheGσepenσenπeGofGtheGextenσeσGβmiσeGtttGviμrβtionsGonG
proteinGseπonσβryGstruπtureUGJournaleofePhysicaleChemistryeBSG2010SGXX[SGXWa[dTaW 3.4 44

238 nβlπulβteσG†βmβnGoptiπβlGβπtivityGspeπtrβGofGXSaTβnhyσroTμetβToTgluπopyrβnoseUGJournaleofePhysicale
ChemistryeASG2009SGXXZSGcYacTbb 2.8 44

237 znGtheGemergenπeGofGmoleπulβrGstruπtureUGPhysicaleRevieweASG2011SGcZSG 2.6 44

236 tnβππessiμilityGofGtheG˛…ThyσriσeGspeπiesGinG[qeqeöGhyσrogenβsesUGChemicaleScienceSG2014SG]SGYX]TYYX 9.4 43

235 tnverseGquβntumGπhemistryeGnonπeptsGβnσGstrβtegiesGforGrβtionβlGπompounσGσesignUGInternationale
JournaleofeQuantumeChemistrySG2014SGXX[SGcYZTcZb 2.1 42

234 nonstruπtionGofGnl‘ntTtypeGwβveGfunπtionsGforGveryGlβrgeGβπtiveGspβπesUGJournaleofeChemicalePhysicsSG
2011SGXZ[SGYY[XWX 3.9 42

233 †egioseleπtivityGofGsGπlusterGoxiσβtionUGJournaleofetheeAmericaneChemicaleSocietySG2011SGXZZSGYW]ccTaWZ 16.4 42

232 ’heGoouglβsâ��vrollâ��sessGeleπtronGσensityGβtGβnGβtomiπGnuπleusUGChemicalePhysicseLettersSG2008SG[a]SGX]bTXa[2.5 42

231 ’rβiningGyeurβlGyetsG’oGweβrnG†eβπtiveG{otentiβlGpnergyG‘urfβπesG“singGtnterβπtiveG}uβntumG
nhemistryGinG”irtuβlG†eβlityUGJournaleofePhysicaleChemistryeASG2019SGXYZSG[[caT[[dd 2.8 41

230
zrgβnofluorosilβnesGβsGmoσelGπompounσsGforGXcqTlβμeleσGsiliπonTμβseσG{p’GtrβπersGβnσGtheirG
hyσrolytiπGstβμilityeGexperimentβlGσβtβGβnσGtheoretiπβlGπβlπulβtionsGO{p’GhGpositronGemissionG
tomogrβphyPUGChemistryeteAeEuropeaneJournalSG2009SGX]SGZbZaT[Z

4.8 41

229 βutonl‘eGlG{rogrβmGforGqullyGlutomβteσGxultiπonfigurβtionβlGnβlπulβtionsUGJournaleofe
ComputationaleChemistrySG2019SG[WSGYYXaTYYYa 3.5 40

228 “nrβvellingGtheGquβntumTentβnglementGeffeπtGofGnoμleGgβsGπoorσinβtionGonGtheGspinGgrounσGstβteG
ofGn“zUGPhysicaleChemistryeChemicalePhysicsSG2014SGXaSGbXdTYb 3.6 40

227 lGphotoπhemiπβlGβπtivβtionGsπhemeGofGinertGσinitrogenGμyGσinuπleβrG†uOttPGβnσGqeOttPGπomplexesUG
ChemistryeteAeEuropeaneJournalSG2004SGXWSG[[[ZT]Z 4.8 40

226 norrelβteσGβμGinitioGπβlπulβtionsGofGspeπtrosπopiπGpβrβmetersGofG‘nzGwithinGtheGfrβmeworkGofGtheG
higherTorσerGgenerβlizeσGoouglβsTvrollGtrβnsformβtionUGJournaleofeChemicalePhysicsSG2004SGXYWSGcaY[TZX 3.9 40

(2004-2012)
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225 wβrgeT‘πβleG}uβntumGoynβmiπsGwithGxβtrixG{roσuπtG‘tβtesUGJournaleofeChemicaleTheoryeande
ComputationSG2019SGX]SGZ[cXTZ[dc 6.4 39

224 lnβlysisGofGtheGnβrtesiβnG’ensorG’rβnsferGxethoσGforGnβlπulβtingG”iμrβtionβlG‘peπtrβGofG
{olypeptiσesUGJournaleofeChemicaleTheoryeandeComputationSG2011SGbSGXcabTcX 6.4 39

223 {reσiπtorsGforGgβsesGofGhighGeleπtriπβlGstrengthUGIEEEeTransactionseoneDielectricseandeElectricale
InsulationSG2013SGYWSGc]aTcaZ 2.3 38

222 ’heG‘hellG‘truπtureGofGltomsUGJournaleofeChemicaleTheoryeandeComputationSG2008SG[SGYcaTda 6.4 38

221 tnvestigβtionGofGtheGlowTspinGtoGhighTspinGtrβnsitionGinGβGnovelG[qeOpmeβPOyn‘PYöGπomplexGμyGt†GβnσG
†βmβnGspeπtrosπopyGβnσGoq’GπβlπulβtionsUGJournaleofeRamaneSpectroscopySG2006SGZbSGXWcTXYY 2.3 38

220 nonvergenπeGπhβrβπteristiπsGβnσGeffiπienπyGofGmoσeTtrβπkingGπβlπulβtionsGonGpreTseleπteσGmoleπulβrG
viμrβtionsUGPhysicaleChemistryeChemicalePhysicsSG2004SGaSG[aYX 3.6 38

219 syσrogenTβπtivβtionGmeπhβnismGofG[qeöGhyσrogenβseGreveβleσGμyGmultiTsπβleGmoσelingUGChemicale
ScienceSG2014SG]SG[[b[T[[cY 9.4 37

218 lGunifyingGstruπturβlGβnσGeleπtroniπGπonπeptGforGsmσGβnσG[qeqeöGhyσrogenβseGβπtiveGsitesUGInorganice
ChemistrySG2010SG[dSG]cXcTYZ 5.1 37

217 tntensityTπβrryingGmoσesGinG†βmβnGβnσG†βmβnGoptiπβlGβπtivityGspeπtrosπopyUGChemPhysChemSG2009SG
XWSGYW[dT]b 3.2 37

216 noupleσTπlusterG†βmβnGintensitieseGlssessmentGβnσGπompβrisonGwithGmultiπonfigurβtionGβnσG
σensityGfunπtionβlGmethoσsUGJournaleofeChemicalePhysicsSG2002SGXXbSGcaYZTcaZZ 3.9 37

215 †eliβμleGpstimβtionGofG{reσiπtionG“nπertβintyGforG{hysiπoπhemiπβlG{ropertyGxoσelsUGJournaleofe
ChemicaleTheoryeandeComputationSG2017SGXZSGZYdbTZZXb 6.4 36

214 pxtrβπtingGelementsGofGmoleπulβrGstruπtureGfromGtheGβllTpβrtiπleGwβveGfunπtionUGJournaleofeChemicale
PhysicsSG2011SGXZ]SGYW[ZWY 3.9 36

213 yuπleβrGquβσrupoleGmomentGofGXXd‘nUGJournaleofePhysicaleChemistryeASG2008SGXXYSGXaaaTbY 2.8 36

212 tnterβπtiveGπhemiπβlGreβπtivityGexplorβtionUGChemPhysChemSG2014SGX]SGZZWXTXd 3.2 35

211 }uβntumGentβnglementGinGπβrμonTπβrμonSGπβrμonTphosphorusGβnσGsiliπonTsiliπonGμonσsUGPhysicale
ChemistryeChemicalePhysicsSG2014SGXaSGccbYTcW 3.6 35

210 tntensityGtrβπkingGforGtheoretiπβlGinfrβreσGspeπtrosπopyGofGlβrgeGmoleπulesUGJournaleofeChemicale
PhysicsSG2009SGXZWSGWa[XW] 3.9 35

209 †eσoxGlπtivityGofGzxoTmriσgeσGtriσiumGoimersGinGβnGySzToonorGpnvironmenteGnhβrβπterizβtionGofG
†emβrkβμlyG‘tβμleGtrOt”S”PGnomplexesUGJournaleofetheeAmericaneChemicaleSocietySG2017SGXZdSGdabYTdacZ 16.4 34

208 ‘eleπtiveGπβlπulβtionGofGhighTintensityGviμrβtionsGinGmoleπulβrGresonβnπeG†βmβnGspeπtrβUGJournaleofe
ChemicalePhysicsSG2008SGXYdSGYW[XWZ 3.9 34
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207 ‘pinâ��‘pinGinterβπtionsGinGpolynuπleβrGtrβnsitionTmetβlGπomplexesUGChemicalePhysicseLettersSG2008SG
[]XSGZWXTZWc 2.5 34

206 xetβlGthiolβteGπomplexesGμinσingGmoleπulβrGnitrogenGunσerGmilσGπonσitionseG
[˛…TyY{†uO{i{rZPOyYxeY‘YP}YöSGtheGfirstGσinuπleβrGexβmpleUGInorganicaeChimicaeActaSG2003SGZ[cSGXd[TXdc 2.7 34

205 nβtβlytiπGsynthesisGofGvinylphosphβnesGviβGπβlπiumTmeσiβteσGintermoleπulβrGhyσrophosphβnylβtionG
ofGβlkynesGβnσGμutβσiynesUGJournaleofeOrganometalliceChemistrySG2011SGadaSGYXaTYYb 2.3 33

204 G2014SG 32

203 tntrinsisπheG‘tiπkstoffTlktivierungGβnGâ��nβπktenâ��GxetβllβtomenUGAngewandteeChemieSG2006SGXXcSGa[XYTa[Zb3.6 32

202 lGquβntumTπhemiπβlGstuσyGofGσinitrogenGreσuπtionGβtGmononuπleβrGironTsulfurGπomplexesGwithGhintsG
toGtheGmeπhβnismGofGnitrogenβseUGChemistryeteAeEuropeaneJournalSG2002SGcSG]ZZYTd 4.8 32

201 xeβsuringGmultiTπonfigurβtionβlGπhβrβπterGμyGorμitβlGentβnglementUGMolecularePhysicsSG2017SGXX]SGYXXWTYXXd1.7 31

200 ”iμrβtionβlGoensityGxβtrixG†enormβlizβtionGrroupUGJournaleofeChemicaleTheoryeandeComputationSG
2017SGXZSGZba[TZbbb 6.4 31

199 tmportβnπeGofGμβπkμoneGβnglesGversusGβminoGβπiσGπonfigurβtionsGinGpeptiσeGviμrβtionβlG†βmβnG
optiπβlGβπtivityGspeπtrβUGChemicalePhysicsSG2008SGZ[ZSGYWWTYWd 2.3 31

198 oeterminingGfβπtorsGforGtheGβππurβπyGofGox†rGinGπhemistryUGChimiaSG2014SGacSGYWWTZ 1.3 30

197 ‘elfTπonsistentGemμeσσingGofGσensityTmβtrixGrenormβlizβtionGgroupGwβvefunπtionsGinGβGσensityG
funπtionβlGenvironmentUGJournaleofeChemicalePhysicsSG2015SGX[YSGW[[XXX 3.9 29

196 xoσeG’rβπkingGofG{reseleπteσG”iμrβtionsGofGzneToimensionβlGxoleπulβrG–iresUGJournaleofePhysicale
ChemistryeASG2004SGXWcSGYW]ZTYWaX 2.8 29

195 ‘emiempiriπβlGmoleπulβrGorμitβlGmoσelsGμβseσGonGtheGnegleπtGofGσiβtomiπGσifferentiβlGoverlβpG
βpproximβtionUGInternationaleJournaleofeQuantumeChemistrySG2018SGXXcSGeY]bdd 2.1 29

194 ‘ystemβtiπGmiπrosolvβtionGβpproβπhGwithGβGπlusterTπontinuumGsπhemeGβnσGπonformβtionβlG
sβmplingUGJournaleofeComputationaleChemistrySG2020SG[XSGXX[[TXX]] 3.5 28

193 nβrT{βrrinelloGmoleπulβrGσynβmiπsGstuσyGofGtheGinitiβlGσinitrogenGreσuπtionGstepGinG‘ellmβnnTtypeG
nitrogenβseGmoσelGπomplexesUGChemistryeteAeEuropeaneJournalSG2005SGXXSG]b[TcZ 4.8 28

192 woπβlGspinGβnβlysisGβnσGπhemiπβlGμonσingUGChemistryeteAeEuropeaneJournalSG2013SGXdSGX]YabTb] 4.8 27

191 †eβlTtimeGquβntumGπhemistryUGInternationaleJournaleofeQuantumeChemistrySG2013SGXXZSGcTYW 2.1 27

190 mβsisGsetGrepresentβtionGofGtheGeleπtronGσensityGβtGβnGβtomiπGnuπleusUGJournaleofeChemicalePhysicsSG
2010SGXZZSGX[[XXX 3.9 27

(2010-2008)

11



189 lGyonorthogonβlG‘tβteTtnterβπtionGlpproβπhGforGxβtrixG{roσuπtG‘tβteG–βveGqunπtionsUGJournaleofe
ChemicaleTheoryeandeComputationSG2016SGXYSG]ccXT]cd[ 6.4 26

188 ‘tuσyingGπhemiπβlGreβπtivityGinGβGvirtuβlGenvironmentUGFaradayeDiscussionsSG2014SGXadSGcdTXXc 3.6 26

187 ’heoretiπβlGstuσyGonGtheGspinTstβteGenergyGsplittingsGβnσGloπβlGspinGinGπβtioniπG[†eöTnnT[†eöG
πomplexesUGInorganiceChemistrySG2005SG[[SGaXb[TcY 5.1 26

186 rβussiβnG{roπessTmβseσG†efinementGofGoispersionGnorreπtionsUGJournaleofeChemicaleTheoryeande
ComputationSG2019SGX]SGaW[aTaWaW 6.4 25

185 {reσiπtionGofG†βmβnGoptiπβlGβπtivityGspeπtrβGofGπhirβlGZTβπetylπβmphorβtoTπoμβltGπomplexesUG
ChemPhysChemSG2010SGXXSGXcbaTcb 3.2 25

184 ’woTπomponentGmethoσsGβnσGtheGgenerβliseσGoouglβsâ��vrollGtrβnsformβtionUGTheoreticaleande
ComputationaleChemistrySG2002SGXXSGaYYTaaZ 25

183 ‘tuσiesGtowβrσGtheGσevelopmentGofGnewGsiliπonTπontβiningGμuilσingGμloπksGforGtheGσireπtG
OXcPqTlβμelingGofGpeptiσesUGJournaleofeMedicinaleChemistrySG2013SG]aSGb]]YTaZ 8.3 24

182 rrβσientTσrivenGmoleπuleGπonstruπtioneGlnGinverseGβpproβπhGβpplieσGtoGtheGσesignGofG
smβllTmoleπuleGfixβtingGπβtβlystsUGInternationaleJournaleofeQuantumeChemistrySG2014SGXX[SGcZcTc]W 2.1 24

181 prrorGlssessmentGofGnomputβtionβlGxoσelsGinGnhemistryUGChimiaSG2017SGbXSGYWYTYWc 1.3 23

180 nhβrβπteristiπG†βmβnGoptiπβlGβπtivityGsignβturesGofGproteinG˛†TsheetsUGJournaleofePhysicaleChemistryeBSG
2013SGXXbSGXXd[ZT]Z 3.4 23

179 sβptiπGquβntumGπhemistryUGJournaleofeComputationaleChemistrySG2009SGZWSGYWXWTYW 3.5 23

178 †estrβineσGoptimizβtionGofGμrokenTsymmetryGσeterminβntsUGInternationaleJournaleofeQuantume
ChemistrySG2009SGXWdSGY[ZWTY[[a 2.1 23

177
znGtheG†TσepenσenπeGofGtheGspinTorμitGπouplingGπonstβnteG{otentiβlGenergyGfunπtionsGofG—eOYPGORPGμyG
highTresolutionGphotoeleπtronGspeπtrosπopyGβnσGβμGinitioGquβntumGπhemistryUGJournaleofeChemicale
PhysicsSG2008SGXYcSGYZ[ZWa

3.9 23

176 ’sqTvomplexeGvonGextremGlˆ¶sliπhemGmisOYS[SaTtrimethylphenylPπβlπiumGunσG
’risOYSaTσimethoxyphenylPσiπβlπiumioσiσUGAngewandteeChemieSG2007SGXXdSGXa[YTXa[b 3.6 23

175 ”iμrβtionβlGπenterTligβnσGπouplingsGinGtrβnsitionGmetβlGπomplexesUGJournaleofeComputationale
ChemistrySG2004SGY]SG]cbTdb 3.5 23

174 lnβlysisGofGσifferenπesGinGoxygenGsensitivityGofGqeT‘GπlustersUGDaltoneTransactionsSG2013SG[YSGcbYdTZ] 4.3 22

173
oispersionGβnσGsβlogenTmonσingGtnterβπtionseGminσingGofGtheGlxiβlGnonformersGofGxonohβloTGβnσG
O´–PTtrβnsTXSYToihβloπyπlohexβnesGinGpnβntiopureGlllenoTlπetyleniπGnβgesUGJournaleofetheeAmericane
ChemicaleSocietySG2017SGXZdSGXYXdWTXYYWW

16.4 22

172 vinetiπGmoσelingGofGhyσrogenGπonversionGβtG[qeöGhyσrogenβseGβπtiveTsiteGmoσelsUGJournaleofe
PhysicaleChemistryeBSG2013SGXXbSG[cWaTXb 3.4 22
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171 ox†rGπontrolGusingGβnGβutomβteσG†iπhβrσsonTtypeGerrorGprotoπolUGMolecularePhysicsSG2010SGXWcSG]WXT]XY1.7 22

170 lnGenquiryGintoGtheoretiπβlGμioinorgβniπGπhemistryeGhowGheuristiπGisGtheGπhβrβπterGofGpresentTσβyG
quβntumGπhemiπβlGmethoσsjUGFaradayeDiscussionsSG2011SGX[cSGXXdTZ]fGσisπussionGYWbTYc 3.6 22

169 pleπtromβgnetiπGfielσsGinGrelβtivistiπGoneTpβrtiπleGequβtionsUGChemicalePhysicsSG2009SGZ]aSGYW]TYXc 2.3 22

168 nhirβlityTtnσuπeσG‘witπhGinGsyσrogenTmonσG’opologyeG’etrβmeriπGxethylGwβπtβteGnlustersGinGtheGrβsG
{hβseUGAngewandteeChemieSG2006SGXXcSGZ]XcTZ]YZ 3.6 22

167 ’†ly‘r†p‘‘tyrG’spz†YGmz“yol†tp‘eG’spGrpyp†lwt±poGoz“rwl‘â��v†zwwG
’†ly‘qz†xl’tzyUGRecenteAdvanceseineComputationalSG2004SGXZbTXdW 22

166 ’heoretiπβlG]bqeGxˆ¶ssμβuerGspeπtrosπopyGforGstruπtureGeluπiσβtionGofG[qeöGhyσrogenβseGβπtiveGsiteG
intermeσiβtesUGInorganiceChemistrySG2013SG]YSGX[YW]TX] 5.1 21

165 renerβtionGofGpotentiβlGenergyGsurfβπesGinGhighGσimensionsGβnσGtheirGhβptiπGexplorβtionUG
ChemPhysChemSG2011SGXYSGZYW[TXZ 3.2 21

164
ooGoivβlentG[{snOn†jy†jjPY}pöGnompounσsGnontβinGpOtPGorGpOtttPGOpGhGmSGllSGrβSGtnPjGznGtheG
norresponσenπeGofGqormβlGzxiσβtionGyumμersSGwewisG‘truπturesSGβnσG†eβπtivityUGEuropeaneJournale
ofeInorganiceChemistrySG2002SGYWWYSGXc][TXcaZ

2.3 21

163 zptimizβtionGofGhighlyGexπiteσGmβtrixGproσuπtGstβtesGwithGβnGβppliπβtionGtoGviμrβtionβlG
speπtrosπopyUGJournaleofeChemicalePhysicsSG2019SGX]WSGWd[XXZ 3.9 20

162 {olβrizβμleGpmμeσσingGoensityGxβtrixG†enormβlizβtionGrroupUGJournaleofeChemicaleTheoryeande
ComputationSG2016SGXYSG[Y[YT]Z 6.4 20

161 lπtivβtionGμβrriersGofGoxygenGtrβnsformβtionGβtGtheGβπtiveGsiteGofG[qeqeöGhyσrogenβsesUGInorganice
ChemistrySG2014SG]ZSGXXcdWTdWY 5.1 20

160
lnβlysisGofGviμrβtionβlG†βmβnGoptiπβlGβπtivityGsignβturesGofGtheGO’rPOyPGβnσGOrrPOyPGπonformβtionsG
ofGisotβπtiπGpolypropyleneGπhβinsGinGtermsGofGloπβlizeσGmoσesUGJournaleofePhysicaleChemistryeASG2010SG
XX[SGbXdcTYXY

2.8 20

159
†egulβrGnoTpβirGoirβπGoperβtorseGyumeriπβlGstuσyGofGtheGπonvergenπeGofGhighTorσerG
oouglβsâ��vrollâ��sessGtrβnsformβtionsUGPhysicseLettersseSectioneA:eGeneralseAtomiceandeSolideStatee
PhysicsSG2007SGZaWSGaWZTaWb

2.3 20

158 }xVxxGviμrβtionβlGmoσeGtrβπkingUGJournaleofeComputationaleChemistrySG2008SGYdSGY[aWTbW 3.5 20

157 OySyPGvsUGOyS‘PGπhelβtionGofGpβllβσiumGinGβsymmetriπGβllyliπGsuμstitutionGusingGμisOthiβzolinePGligβnσseG
lGtheoretiπβlGβnσGexperimentβlGstuσyUGJournaleofeOrganometalliceChemistrySG2008SGadZSGY[ddTY]Wc 2.3 20

156
minσingGsYSGyYSGsTSGβnσGmsZGtoGtrβnsitionTmetβlGsulfurGsiteseGsynthesisGβnσGpropertiesGofG
[†uwO{†ZPOyYxeY‘YPöGnomplexesGOwhetβYTsYSGsTSGmsZfG†hnySGi{rPUGChemistryeteAeEuropeaneJournalSG
2004SGXWSG[YX[TY[

4.8 20

155 lG–βvefunπtionTmβseσGnriterionGforGtheGoeteπtionGofGtntermoleπulβrGtnterβπtionsGinGxoleπulβrG
oynβmiπsG‘imulβtionsUGJournaleofePhysicaleChemistryeASG2003SGXWbSG[X[XT[X[a 2.8 20

154 ‘teeringGzrμitβlGzptimizβtionGoutGofGwoπβlGxinimβGβnσG‘βσσleG{ointsG’owβrσGwowerGpnergyUGJournale
ofeChemicaleTheoryeandeComputationSG2017SGXZSGXYXdTXYYc 6.4 19
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153 sβrσwβreGeffiπientGquβntumGβlgorithmsGforGviμrβtionβlGstruπtureGπβlπulβtionsUGChemicaleScienceSG
2020SGXXSGac[YTac]] 9.4 19

152
†eσoxTlπtiveGnhiroptiπβlG‘witπhingGinGxonoTGβnσGmisTtronGpthynylπβrμo[aöheliπenesG‘tuσieσGμyG
pleπtroniπGβnσG”iμrβtionβlGnirπulβrGoiπhroismGβnσG†esonβnπeG†βmβnGzptiπβlGlπtivityUGChemistryeteAe
EuropeaneJournalSG2018SGY[SGX]WabTX]Wbd

4.8 19

151 pleπtriπTfielσGeffeπtsGonGtheG[qeqeöThyσrogenβseGβπtiveGsiteUGChemicaleCommunicationsSG2013SG[dSGcWddTXWX5.8 19

150
’otβlGsynthesisGβnσGσeteπtionGofGtheGμiliruμinGoxiσβtionGproσuπtG
O±PTYTOZTethenylT[TmethylT]ToxoTXS]TσihyσroTYsTpyrrolTYTyliσenePethβnβmiσeGO±Tmz—GlPUGOrganice
LettersSG2013SGX]SG[aWcTXX

6.2 19

149 zptimizeσGunrestriπteσGvohnT‘hβmGpotentiβlsGfromGβμGinitioGspinGσensitiesUGJournaleofeChemicale
PhysicsSG2013SGXZcSGW[[XXX 3.9 19

148 monσingG{ropertiesGofGlmiσinβteGnomplexesGofGtheGrroupGX[GplementsG‘iliπonSGrermβniumSG’inSGβnσG
weβσGinG’heirGoivβlentGβnσG’etrβvβlentGzxiσβtionG‘tβtesâ� UGInorganiceChemistrySG1999SGZcSGYdTZb 5.1 19

147 ‘elfT{βrβmetrizingG‘ystemTqoπuseσGltomistiπGxoσelsUGJournaleofeChemicaleTheoryeandeComputationSG
2020SGXaSGXa[aTXaa] 6.4 18

146 ‘tβtistiπβlGlnβlysisGofG‘emiπlβssiπβlGoispersionGnorreπtionsUGJournaleofeChemicaleTheoryeande
ComputationSG2018SGX[SGY[cWTY[d[ 6.4 18

145 zxygenGnoorσinβtionGtoGtheGlπtiveG‘iteGofGsmσGinG†elβtionGtoG[qeqeöGsyσrogenβseUGEuropeane
JournaleofeInorganiceChemistrySG2011SGYWXXSGXXaZTXXbX 2.3 18

144 †igorousGnonformβtionβlGlnβlysisGofG{yrroliσineGpnβminesGwithG†elevβnπeGtoGzrgβnoπβtβlysisUG
HelveticaeChimicaeActaSG2017SGXWWSGeXbWWXcY 2 17

143 oireπtGtβrgetingGofGβσsorμβteGviμrβtionsGwithGmoσeTtrβπkingUGSurfaceeScienceSG2006SGaWWSGXcdXTXdWW 1.8 17

142 yitrousGzxiσeGβsGβGsyσrogenGlππeptorGforGtheGoehyσrogenβtiveGnouplingGofGllπoholsUGAngewandtee
ChemieSG2016SGXYcSGXccaTXcdW 3.6 17

141 xoleπulβrG{ropensityGβsGβGoriverGforGpxplorβtiveG†eβπtivityG‘tuσiesUGJournaleofeChemicaleInformatione
andeModelingSG2016SG]aSGX[bWTc 6.1 17

140 }uβntumGπomputingGenhβnπeσGπomputβtionβlGπβtβlysisUGPhysicaleRevieweResearchSG2021SGZSG 3.9 17

139 †elβtivistiπGeffeπtsGonGtheGqukuiGfunπtionUGTheoreticaleChemistryeAccountsSG2010SGXYbSGXd]TYWY 1.9 16

138 ‘igmβTσonorGβnσGpiTβππeptorGstβπkingGinterβπtionsGinGβGtrβnsTYTlinkeσGnaWTπoμβltOttPG
tetrβphenylporphyrinGσiβσUGAngewandteeChemieeteInternationaleEditionSG2006SG[]SGZZacTbY 16.4 16

137 †eβlTtimeGfeeσμβπkGfromGiterβtiveGeleπtroniπGstruπtureGπβlπulβtionsUGJournaleofeComputationale
ChemistrySG2016SGZbSGcW]TXY 3.5 16

136 }uβntumGsystemGpβrtitioningGβtGtheGsingleTpβrtiπleGlevelUGJournaleofeChemicalePhysicsSG2018SGX[dSGXc[XW[ 3.9 16
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135 qβπileGsynthesisGβnσGtheoretiπβlGπonformβtionGβnβlysisGofGβGtriβzineTμβseσGσouμleTσeπkerGrotorG
moleπuleGwithGthreeGβnthrβπeneGμlβσesUGChemistryeteAeEuropeaneJournalSG2014SGYWSGadZ[Tc 4.8 15

134 ‘truπtureT{ropertyG†elβtionshipsGofGqeG‘GnlustersUGChemPlusChemSG2013SGbcSGXWcYTXWdc 2.8 15

133 ‘ynthesesGofGyTOoiphenylphosphβnylPTYTpyriσylmethylβmineGβnσGttsG“seGβsGβGwigβnσGinGxβgnesiumG
βnσG±inπGnomplexesUGZeitschrifteFureAnorganischeeUndeAllgemeineeChemieSG2007SGaZZSGcdZTdWY 1.3 15

132 yumeriπβlGeleπtroniπGstruπtureGπβlπulβtionsGforGβtomsUGttUGrenerβlizeσGvβriβμleGtrβnsformβtionGβnσG
relβtivistiπGπβlπulβtionsUGInternationaleJournaleofeQuantumeChemistrySG2000SGbaSG[bZT[dd 2.1 15

131 pxperimentβlGpviσenπeGforGtheGpxistenπeGofGyeutrβlG{aeGlGyewGlllotropeGofG{hosphorusUG
AngewandteeChemieeteInternationaleEditionSG1999SGZcSGZ]XZTZ]X] 16.4 15

130 ’heGeleπtrostβtiπGpotentiβlGβsGβGσesπriptorGforGtheGprotonβtionGpropensityGinGβutomβteσGexplorβtionG
ofGreβπtionGmeπhβnismsUGFaradayeDiscussionsSG2019SGYYWSG[[ZT[aZ 3.6 14

129 lG‘ystemsG’heoryGforGnhemistryUGFoundationseofeChemistrySG2003SG]SGYZT[X 0.7 14

128
}“ly’“xGnspxtnlwGty”p‘’trl’tzy‘Gty’zG’spG{†zmwpxGzqGmtzwzrtnlwGyt’†zrpyG
qt—l’tzyeG‘pwwxlyyT’Y{pGxp’lwâ��‘“wq“†GxzopwGnzx{wp—p‘UGAdvanceseineInorganiceChemistrySG
2004SG]]TXWW

2.1 14

127 lGπompβrβtiveGstuσyGofGfiniteGnuπleusGmoσelsGforGlowTlyingGstβtesGofGfewTeleπtronGhighT±GβtomsUG
ChemicalePhysicseLettersSG2000SGZYWSG[]bT[ac 2.5 14

126 nβlπulβteσG†esonβnπeG”iμrβtionβlG†βmβnGzptiπβlGlπtivityG‘peπtrβGofGyβproxenGβnσGtμuprofenUG
JournaleofePhysicaleChemistryeASG2016SGXYWSGdb[WTdb[c 2.8 14

125 lππelerβtingG–βveGqunπtionGnonvergenπeGinGtnterβπtiveG}uβntumGnhemiπβlG†eβπtivityG‘tuσiesUG
JournaleofeChemicaleTheoryeandeComputationSG2016SGXYSGXYYcTZ] 6.4 14

124 vinetiπGπonsequenπesGofGintroσuπingGβGproximβlGselenoπysteineGligβnσGintoGπytoπhromeG{[]WπβmUG
BiochemistrySG2015SG][SGaadYTbWZ 3.2 13

123 renerβlizeσG{βuliGπonstrβintsGinGsmβllGβtomsUGPhysicaleRevieweASG2018SGdbSG 2.6 13

122 pliminβtionGofGtheGtrβnslβtionβlGkinetiπGenergyGπontβminβtionGinGpreTmornâ��zppenheimerG
πβlπulβtionsUGMolecularePhysicsSG2013SGXXXSGYWcaTYWdY 1.7 13

121 tσentifyingGproteinG˛†TturnsGwithGviμrβtionβlG†βmβnGoptiπβlGβπtivityUGChemPhysChemSG2011SGXYSGXXa]Tb] 3.2 13

120 tntensityG’rβπkingGforG”iμrβtionβlG‘peπtrβGofGwβrgeGxoleπulesUGChimiaSG2009SGaZSGYbWTYb[ 1.3 13

119 tonGσynβmiπsGinGπonfineσGspβπeseGsoσiumGionGmoμilityGinGiπosβheσrβlGπontβinerGmoleπulesUG
AngewandteeChemieeteInternationaleEditionSG2010SG[dSGb[a]Td 16.4 13

118 “nσerstβnσingGtheGtemplβteGpreorgβnizβtionGstepGofGβnGβrtifiπiβlGβrginineGreπeptorUGJournaleofethee
AmericaneChemicaleSocietySG2005SGXYbSGcb[cT]a 16.4 13

(2005-2014)
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117
‘elfTπonsistentGtreβtmentGofGtheGfrequenπyTinσepenσentGmreitGinterβπtionGinGoirβπTqoπkGβnσGxn‘nqG
πβlπulβtionsGofGβtomiπGstruπtureseGtUG’heoretiπβlGπonsiσerβtionsUGJournaleofePhysicseB:eAtomicse
MoleculareandeOpticalePhysicsSG1999SGZYSG][cdT]]W]

1.3 13

116 xolβssemμlereGxoleπulβrGrrβphGnonstruπtionSGxoσifiπβtionSGβnσGnonformerGrenerβtionGforG
tnorgβniπGβnσGzrgβniπGxoleπulesUGJournaleofeChemicaleInformationeandeModelingSG2020SGaWSGZcc[TZdWW 6.1 12

115 qormβtionGofGβG{hY{nsOmsZP{OmsZP{hYGligβnσGviβGformβlGXSYTμorβneGmigrβtionUGChemicale
CommunicationsSG2013SG[dSGXXYXTZ 5.8 12

114 ’heGIinvisiμleIGXZnGyx†GπhemiπβlGshiftGofGtheGπentrβlGπβrμonGβtomGinG[O{hZ{luPanöYReGβGtheoretiπβlG
investigβtionUGChemistryeteAeEuropeaneJournalSG2005SGXXSGXabbTca 4.8 12

113 xeπhβnismGoeσuπtionGfromGyoisyGnhemiπβlG†eβπtionGyetworksUGJournaleofeChemicaleTheoryeande
ComputationSG2019SGX]SGZ]bTZbW 6.4 12

112 nomprehensiveGlnβlysisGofGtheGyegleπtGofGoiβtomiπGoifferentiβlGzverlβpGlpproximβtionUGJournaleofe
ChemicaleTheoryeandeComputationSG2018SGX[SG]XadT]Xbd 6.4 12

111 xultiπonfigurβtionβlGpffeπtsGinG’heoretiπβlG†esonβnπeG†βmβnG‘peπtrβUGChemPhysChemSG2017SGXcSGZc[TZdZ3.2 11

110 xinimumGpnergyG{βthsGβnσG’rβnsitionG‘tβtesGμyGnurveGzptimizβtionUGJournaleofeChemicaleTheoryeande
ComputationSG2018SGX[SGZWdXTZWdd 6.4 11

109 ‘elfTβσβptiveGtensorGnetworkGstβtesGwithGmultiTsiteGπorrelβtorsUGJournaleofeChemicalePhysicsSG2017SG
X[bSGYX[XXX 3.9 11

108 xoσeTtrβπkingGμβseσGstβtionβryTpointGoptimizβtionUGJournaleofeComputationaleChemistrySG2015SGZaSGX[YdTZc3.5 11

107 ‘pinGtnterβπtionsGinGnlusterGnhemistryUGAdvanceseineInorganiceChemistrySG2010SGXbbTYZW 2.1 11

106 lGnYvTsymmetriπGμβrμβrβlβneUGAngewandteeChemieeteInternationaleEditionSG2002SG[XSGZ[YdTZZ 16.4 11

105 lGquβntumGπhemiπβlGstuσyGonGtheGstβμilityGofG[ZnöTβllenophβnesGOnhYâ��[PUGPhysicaleChemistrye
ChemicalePhysicsSG2000SGYSGYYW]TYYXW 3.6 11

104 renerβlizeσGeliminβtionGofGtheGgloμβlGtrβnslβtionGfromGexpliπitlyGπorrelβteσGrβussiβnGfunπtionsUG
JournaleofeChemicalePhysicsSG2018SGX[cSGWc[XXY 3.9 10

103
lpproximβteGlnβlytiπβlGrrβσientsGβnσGyonβσiβμβtiπGnouplingsGforGtheG‘tβteTlverβgeGoensityG
xβtrixG†enormβlizβtionGrroupG‘elfTnonsistentTqielσGxethoσUGJournaleofeChemicaleTheoryeande
ComputationSG2019SGX]SGabY[TabZb

6.4 10

102 sowGmβnyGπhirβlGπentersGπβnG†βmβnGoptiπβlGβπtivityGspeπtrosπopyGσistinguishGinGβGmoleπulejUGJournale
ofePhysicaleChemistryeASG2012SGXXaSG][XWTd 2.8 10

101
‘ynthesisSG‘truπturesSGβnσGxβgnetiπG{ropertiesGofGyT’riβlkylsilylTcTβmiσoquinolineGnomplexesGofG
nhromiumSGxβngβneseSGtronSGβnσGnoμβltGβsGwellGβsGofG–heelTwikeGsexβnuπleβrGtronOttPGβnσG
xβngβneseOttPGmisOcTβmiσoquinolinePUGEuropeaneJournaleofeInorganiceChemistrySG2010SGYWXWSGXbbbTXbdW

2.3 10

100 ‘tβμilizβtionGofGβπtivβteσGfrβgmentsGμyGshellTwiseGπonstruπtionGofGβnGemμeσσingGenvironmentUG
JournaleofeComputationaleChemistrySG2017SGZcSGXWYZTXWZc 3.5 9
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99
sowG‘mβllGlmountsGofGtmpuritiesGlreG‘uffiπientGtoGnβtβlyzeGtheGtnterπonversionGofGnβrμonylG
nompounσsGβnσGtminiumGtonsSGorGtsG’hereGβGxetβthesisGthroughGXSZTzxβzetiσiniumGtonsjG
pxperimentsSG‘peπulβtionsSGβnσGnβlπulβtionsUGHelveticaeChimicaeActaSG2014SGdbSGXXbbTXYWZ

2 9

98 pleπtronGoensityGinG}uβntumG’heoryUGStructureeandeBondingSG2011SGddTX[Y 0.9 9

97 ˇ�ToonorTGunσGˇ�TlππeptorT‘tβpelweπhselwirkungenGinGeinerGtrβnsTYTverμrˆ…πktenG
naWTnoμβltOttPTtetrβphenylporphyrinToiβσeUGAngewandteeChemieSG2006SGXXcSGZ[[aTZ[]W 3.6 9

96 ltomistiπGlpproβπhesGinGxoσernGmiologyUGTopicseineCurrenteChemistrySG2007SG 9

95 ’rβnsπorrelβteσGσensityGmβtrixGrenormβlizβtionGgroupUGJournaleofeChemicalePhysicsSG2020SGX]ZSGXa[XX] 3.9 9

94 pxpliπitlyGπorrelβteσGrβussiβnGfunπtionsGwithGshifteσTπenterGβnσGprojeπtionGteπhniquesGinG
preTmornTzppenheimerGπβlπulβtionsUGJournaleofeChemicalePhysicsSG2018SGX[dSGXc[XW] 3.9 9

93 }uβntumGnhemiπβlG‘pinGoensitiesGforG†βσiπβlGnβtionsGofG{hotosynthetiπG{igmentGxoσelsUG
PhotochemistryeandePhotobiologySG2017SGdZSGcX]TcZZ 3.6 8

92 †elβtivistiπGkinetiπTμβlβnπeGπonσitionGforGexpliπitlyGπorrelβteσGμβsisGfunπtionsUGJournaleofePhysicseB:e
AtomicseMoleculareandeOpticalePhysicsSG2015SG[cSGY[]WW[ 1.3 8

91 yuπleβrTeleπtroniπGβllTpβrtiπleGσensityGmβtrixGrenormβlizβtionGgroupUGJournaleofeChemicalePhysicsSG
2020SGX]YSGYW[XWZ 3.9 8

90 ‘truπtureGβnσGσynβmiπsGofGtheGrβσiπβlGπβtionGofGethβneGβrisingGfromGtheGuβhnT’ellerGβnσG
pseuσoTuβhnT’ellerGeffeπtsUGPhysicaleChemistryeChemicalePhysicsSG2018SGYWSGXWbYTXWcX 3.6 8

89 tntegrβteσG†eβπtionG{βthG{roπessingGfromG‘βmpleσG‘truπtureG‘equenπesUGJournaleofeChemicale
TheoryeandeComputationSG2018SGX[SGYW]YTYWaY 6.4 8

88
†esponseGtoGâ��nommentGonGâ��lππurβteGfrozenTσensityGemμeσσingGpotentiβlsGβsGβGfirstGstepGtowβrσsGβG
suμsystemGσesπriptionGofGπovβlentGμonσsâ��â��G[uUGnhemUG{hysUGXZ]SGWYbXWXGOYWXXPöUGJournaleofeChemicale
PhysicsSG2011SGXZ]SGWYbXWY

3.9 8

87
‘ynthesesSGnrystβlG‘truπtureGβnσG†eβπtivityGofG’inOttPG
mis[yTOσiphenylphosphβnylPOYTpyriσylmethylPβmiσeöUGZeitschrifteFureAnorganischeeUndeAllgemeinee
ChemieSG2009SGaZ]SG[aYT[bW

1.3 8

86 ’heGsystemsTtheoretiπβlGviewGofGπhemiπβlGπonπeptsUGFoundationseofeChemistrySG2003SG]SGX[bTXaZ 0.7 8

85 nommentGonGIgrβσientTμβseσGσireπtGnormβlTmoσeGβnβlysisIG[uUGnhemUG{hysUGXYYSGXc[XWaGOYWW]PöUG
JournaleofeChemicalePhysicsSG2005SGXYZSGXXbXWX 3.9 8

84
‘elfTπonsistentGtreβtmentGofGtheGfrequenπyTinσepenσentGmreitGinterβπtionGinGoirβπTqoπkGπβlπulβtionsG
ofGβtomiπGstruπturesUGttUGseTGβnσGmeTlikeGionsUGJournaleofePhysicseB:eAtomicseMoleculareandeOpticale
PhysicsSG2001SGZ[SGZXZZTZX]a

1.3 8

83 lutomβteσGnonstruπtionGofG}uβntumTnlβssiπβlGsyμriσGxoσelsUGJournaleofeChemicaleTheoryeande
ComputationSG2021SGXbSGZbdbTZcXZ 6.4 8

82 xeπhβnistiπGnonsequenπesGofGnhelβteGwigβnσG‘tβμilizβtionGonGyitrogenGqixβtionGμyG
Yβnσulovâ��‘πhroπkT’ypeGnomplexesUGACSeSustainableeChemistryeandeEngineeringSG2017SG]SGXW]YbTXW]Zb 8.3 7

(2017-2014)
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81 sGβsGβGfiveTμoσyGproμlemGσesπriμeσGwithGexpliπitlyGπorrelβteσGrβussiβnGμβsisGsetsUGJournaleofe
ChemicalePhysicsSG2019SGX]XSGX][XXW 3.9 7

80 noorσinβtionGβnσGμinσingGgeometryGofGmethylTπoenzymeGxGinGtheGreσXmGstβteGofGmethylTπoenzymeG
xGreσuπtβseUGJournaleofeBiologicaleInorganiceChemistrySG2008SGXZSGXYb]Tcd 3.7 7

79 ’heGgβsTphβseGrouteGfromGnpQY{aGtoGneutrβlGhexβphosphorusUGChemistryeteAeEuropeaneJournalSG2002
SGcSG]]WXTa 4.8 7

78 lnβlysisGofGspinGstβtesSGspinGμβrriersSGβnσGtrβnsTeffeπtsGinvolveσGinGtheGπoorσinβtionGβnσGstβμilizβtionG
ofGσinitrogenGμyGμiomimetiπGironGπomplexesUGTheoreticaleChemistryeAccountsSG2005SGXX[SGbaTcZ 1.9 7

77
znGtheGmonσingG{ropertiesGofGoiphosphβnylmethβniσeGnomplexesGwithGtheGrroupTX[GplementsG
‘iliπonSGrermβniumSG’inSGβnσGweβσGinG’heirGoivβlentGzxiσβtionG‘tβtesUGEuropeaneJournaleofeInorganice
ChemistrySG1999SGXdddSGXX]]TXX]d

2.3 7

76
nompleteGπhβrβπterizβtionGofGtheGZpG†yσμergGπomplexGofGβGmoleπulβrGioneGxglrUGtUGzμservβtionGofG
theGxgOZpPlrGmGstβteGβnσGσeterminβtionGofGitsGstruπtureGβnσGσynβmiπsUGJournaleofeChemicalePhysicsSG
2020SGX]ZSGWb[ZXW

3.9 7

75 xeπhβnistiπGinsightGintoGorgβniπGβnσGinσustriβlGtrβnsformβtionseGgenerβlGσisπussionUGFaradaye
DiscussionsSG2019SGYYWSGYcYTZXa 3.6 7

74 ’heGoensityGxβtrixG†enormβlizβtionGrroupGforG‘trongGnorrelβtionGinGrrounσGβnσGpxπiteσG‘tβtesG
2020SGYW]TY[] 7

73 ‘ystemβtiπGσepenσenπeGofGtrβnsitionTmetβlGπoorσinβtionGenergiesGonGσensityTfunπtionβlG
pβrβmetrizβtionsUGInternationaleJournaleofeQuantumeChemistrySG2015SGXX]SGdWTdc 2.1 6

72 ‘ilylGgroupGmigrβtionGinGβG{TsilylβteσGphosphoniumGyliσeGσeriveσGfromGσppmGâ��GlGπomμineσG
experimentβlGβnσGtheoretiπβlGstuσyUGInorganiceChemistryeCommunicationSG2013SGZYSGYcTZX 3.1 6

71
‘pinTzrμitGnouplingGβnσG{otentiβlGpnergyGqunπtionsGofGlrYORPGβnσGvrYORPGμyGsighT†esolutionG
{hotoeleπtronG‘peπtrosπopyGβnσGβμGtnitioG}uβntumGnhemistryUGJournaleofeChemicaleTheoryeande
ComputationSG2012SGcSGZabXTc]

6.4 6

70 lnβlysisGofGtheGβsymptotiπGβnσGshortTrβngeGμehβviorGofGquβsiloπβlGsβrtreeTqoπkGβnσG
oirβπTqoπkTnoulomμGeleπtronTeleπtronGinterβπtionGpotentiβlsUGPhysicaleRevieweASG2002SGa]SG 2.6 6

69 minσingGofG†eβπtiveGzxygenG‘peπiesGβtGqeT‘GnuμβneGnlustersUGChemistryeteAeEuropeaneJournalSG2015SG
YXSGXdWcXTd 4.8 5

68 pxpβnsiveG}uβntumGxeπhβniπβlGpxplorβtionGofGnhemiπβlG†eβπtionG{βthsUUGAccountseofeChemicale
ResearchSG2021SG 24.3 5

67 tmmersiveGtnterβπtiveG}uβntumGxeπhβniπsGforG’eβπhingGβnσGweβrningGnhemistryUGChimiaSG2021SGb]SG[]T[d1.3 5

66 syσrogenTmonσeσGyetworkseGxoleπulβrG†eπognitionGofGnyπliπGllπoholsGinGpnβntiopureG
lllenoTlπetyleniπGnβgeG†eπeptorsUGAngewandteeChemieeteInternationaleEditionSG2018SG]bSGXaYdaTXaZWX 16.4 5

65 ’owβrσGβnGtnverseGlpproβπhGforGtheGoesignGofG‘mβllTxoleπuleGqixβtingGnβtβlystsUGMaterialse
ResearcheSocietyeSymposiaeProceedingsSG2013SGX]Y[SGXWX 4

64 lnβlytiπβlGloπβlGeleπtronTeleπtronGinterβπtionGmoσelGpotentiβlsGforGβtomsUGPhysicaleRevieweASG2002SG
aaSG 2.6 4
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63 ’βiloreσGπoupleσGπlusterGtheoryGinGvβryingGπorrelβtionGregimesUGJournaleofeChemicalePhysicsSG2020SG
X]ZSGY[[XXZ 3.9 4

62 ‘emiπlβssiπβlGoispersionGnorreπtionsGpffiπientlyGtmproveGxultiπonfigurβtionβlG’heoryGwithG
‘hortT†βngeGoensityTqunπtionβlGoynβmiπGnorrelβtionUGJournaleofePhysicaleChemistryeASG2020SGXY[SGYcZ[TYc[X2.8 3

61 ‘olvβtionGqreeGpnergiesGinG‘uμsystemGoensityGqunπtionβlG’heoryUUGJournaleofeChemicaleTheoryeande
ComputationSG2022SG 6.4 3

60 znGtheG{reσiπtiveG{owerGofGnhemiπβlGnonπeptsUGChimiaSG2021SGb]SGZXXTZXc 1.3 3

59 ’ensorGnetworkGstβtesGwithGthreeTsiteGπorrelβtorsUGNeweJournaleofePhysicsSG2016SGXcSGXXZWWX 2.9 3

58
pffeπtGofGnhelβteG†ingG‘izeGinGtronOttPGtsothioπyβnβtoGnomplexesGwithG’etrβσentβteG
’ripyriσylTβlkylβmineGwigβnσsGonG‘pinGnrossoverG{ropertiesUGZeitschrifteFureAnorganischeeUnde
AllgemeineeChemieSG2016SGa[YSGc]Td[

1.3 3

57 xoleπuleT‘peπifiπG“nπertβintyG}uβntifiπβtionGinG}uβntumGnhemiπβlG‘tuσiesUGIsraeleJournaleofe
ChemistrySG2022SGaYSG 3.4 3

56 pleπtriπGtrβnsitionGσipoleGmomentGinGpreTmornTzppenheimerGmoleπulβrGstruπtureGtheoryUGJournaleofe
ChemicalePhysicsSG2014SGX[XSGX][XW] 3.9 2

55 †elβtivistiπG}uβntumG’heoryGofGxβnyTpleπtronG‘ystemsUGLetterseineMathematicalePhysicsSG2014SGZTYd 0.2 2

54 nhemiπβlGmonσingGinGzpenT‘hellG’rβnsitionTxetβlGnomplexesG2014SGYXdTY]Y 2

53 oensityGqunπtionβlG’heoryGforG’rβnsitionGxetβlGnhemistryeG’heGnβseGofGβG–βterT‘plittingG†utheniumG
nlusterG2011SGXZbTXaZ 2

52 tmportβntGforGtheGσefinitionGofGterminologyGinGπomputβtionβlGπhemistryUGAngewandteeChemieete
InternationaleEditionSG2008SG[bSGbXbX 16.4 2

51 –elπheGmeσeutungGhβμenG’heoretisπheGvonzepteGinGσerGnhemiejUGChemieeineUnserereZeitSG1999SGZZSGXbbTXc]0.2 2

50 lutonomousG†eβπtionGyetworkGpxplorβtionGinGsomogeneousGβnσGseterogeneousGnβtβlysisUUGTopicse
ineCatalysisSG2022SGa]SGaTZd 2.3 2

49 pxπiteσT‘tβteGox†rGxβσeG‘impleGwithGqpl‘’UUGJournaleofeChemicaleTheoryeandeComputationSG2021SG 6.4 2

48 }uβntumG{rotonGpffeπtsGfromGoensityGxβtrixG†enormβlizβtionGrroupGnβlπulβtionsUUGJournaleofe
ChemicaleTheoryeandeComputationSG2022SG 6.4 2

47 pxβπtGσeπouplingGofGtheGrelβtivistiπGqoπkGoperβtorG2012SGYW]TYY[ 2

46 ‘equentiβlGoeπouplingGofGyegβtiveTpnergyG‘tβtesGinGoouglβsâ��vrollâ��sessG’heoryG2015SGXTXa 2

(2015-2020)
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45 yewGmethoσseGgenerβlGσisπussionUGFaradayeDiscussionsSG2016SGXd]SG]YXT]]a 3.6 2

44 nomputβtionβlGβnσGtheoretiπβlGβpproβπhesGforGmeπhβnistiπGunσerstβnσingeGgenerβlGσisπussionUG
FaradayeDiscussionsSG2019SGYYWSG[a[T[cc 3.6 2

43 nhβrgeT’rβnsferTtnσuπeσG{reσissoπiβtionGinG†yσμergG‘tβtesGofGxoleπulβrGnβtionseGxglrUGJournaleofe
PhysicaleChemistryeASG2021SGXY]SGaacXTaada 2.8 2

42 ‘peπiβlGissueGonGquβntumGinformβtionGinGπhemistryUGInternationaleJournaleofeQuantumeChemistrySG
2015SGXX]SGXYbZTXYbZ 2.1 1

41 †βmβnGzptiπβlGlπtivityG‘tuσyGofGtheG‘ignβturesGlssoπiβteσGtoGO’rPyGβnσGOrrPyGnonformβtionsGofG
tsotβπtiπG{olypropyleneGnhβinsGusingGxoσeGwoπβlizβtionGxethoσG2010SG 1

40 oouglβsâ��vrollâ��sessG’heoryG2009SG[[bT[bc 1

39 †elβtivistiπGpffeπtsGinGnhemistryG2009SG]]]T]bd 1

38 xilσeG‘tiπkstofffixierunge–βsGsβgtGσieG’heoriejUGNachrichteneAuseDereChemieSG2009SG]bSGXWdZTXWda 0.1 1

37 lGnYvT‘ymmetriπGmβrμβrβlβneUGAngewandteeChemieSG2002SGXX[SGZ]bdTZ]cZ 3.6 1

36 ’heGβppβrentlyGunreβπtiveGsuμstrβteGfβπilitβtesGtheGeleπtronGtrβnsferGforGσioxygenGβπtivβtionGinG
†ieskeGσioxygenβsesUUGChemistryeteAeEuropeaneJournalSG2022SG 4.8 1

35 lnβlytiπβllyGprojeπteσSGrotβtionβllyGsymmetriπSGexpliπitlyGπorrelβteσGrβussiβnGfunπtionsGwithG
oneTβxisTshifteσGπentersUGPhysicaleRevieweASG2020SGXWYSG 2.6 1

34 pxperimentβlGpviσenπeGforGtheGpxistenπeGofGyeutrβlG{OaPeGlGyewGlllotropeGofG{hosphorusUG
AngewandteeChemieeteInternationaleEditionSG1999SGZcSGZ]XZTZ]X] 16.4 1

33 †elβtivistiπGpleπtroniπG‘truπtureG’heoryGforGxoleπulβrG‘peπtrosπopy 1

32 ’heG’rβnsferβμilityGwimitsGofG‘tβtiπGmenπhmβrksUGPhysicaleChemistryeChemicalePhysicsS 3.6 1

31 ‘equentiβlGoeπouplingGofGyegβtiveTpnergyG‘tβtesGinGoouglβsâ��vrollâ��sessG’heoryG2017SGZd]T[XW

30 ’heoretiπβlGxethoσsGforG‘uprβmoleπulβrGnhemistryG2012SGb[ZTbdZ

29 leG”eπtorGβnσG’ensorGnβlπulusG2009SG]cWT]cb

28 meGvinetiπGpnergyGinGrenerβlizeσGnoorσinβtesG2009SG]cdT]dW
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27 neG’eπhniπβlG{roofsGforG‘peπiβlG†elβtivityG2009SG]dXT]d]

26 oeG†elβtionsGforG{βuliGβnσGoirβπGxβtriπesG2009SG]dbTaWW

25 peGqourierG’rβnsformβtionsG2009SGaWXTaW[

24 qeGoisπretizβtionGβnσG}uβσrβtureG‘πhemesG2009SGaW]TaXW

23 reGwistGofGlμμreviβtionsGβnσGlπronymsG2009SGaXXTaXY

22 seGwistGofG‘ymμolsG2009SGaXZTaX[

21 renerβlGxoleπulesGβnσGxoleπulβrGlggregβtesG2009SGZc]T[XY

20 oeπouplingGtheGyegβtiveTpnergyG‘tβtesG2009SG[XZT[[a

19 pliminβtionG’eπhniquesG2009SG[bdT]WX

18 ‘peπiβlGnomputβtionβlG’eπhniquesG2009SG]WZT]X]

17 pxternβlGpleπtromβgnetiπGqielσsGβnσGxoleπulβrG{ropertiesG2009SG]XbT]][

16 plementsGofGnlβssiπβlGxeπhβniπsGβnσGpleπtroσynβmiπsG2009SGdT]W

15 nonπeptsGofG‘peπiβlG†elβtivityG2009SG]XTXXY

14 mβsiπsGofG}uβntumGxeπhβniπsG2009SGXXZTX]W

13 †elβtivistiπG’heoryGofGtheGpleπtronG2009SGX]XTXcY

12 ’heGoirβπGsyσrogenGltomG2009SGXcZTYY[

11 }uβntumGpleπtroσynβmiπsG2009SGYYbTYZc

10 qirstT}uβntizeσGoirβπTmβseσGxβnyTpleπtronG’heoryG2009SGYZdTZXZ

(2009-2009)
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9 xβnyTpleπtronGltomsG2009SGZX]TZcZ

8 ’heoretiπβlGxethoσsGforG‘uprβmoleπulβrGnhemistry[XdT[bX

7 ’heoretisπheGnhemieGYWWYUGNachrichteneAuseDereChemieSG2003SG]XSGZYZTZYd 0.1

6 ‘truπtureSGpnergetiπsSGβnσG‘peπtrosπopyGofGxoσelsGforGpnzymeGnofβπtorsG2003SGXaZTXb]

5 }uβntumGπhemiπβlGmethoσsGforGtheGviμrβtionβlGspeπtrosπopyGofGlβrgeGmoleπulesG2006SGX[ZbTX[[W

4 znGtheGπβlπulβtionGofGpropertiesGinGtheGoouglβsTvrollTsessGfrβmeworkG2006SGd[bTd]Y

3 {hysiπβlGmethoσsGforGmeπhβnistiπGunσerstβnσingeGgenerβlGσisπussionUGFaradayeDiscussionsSG2019SG
YYWSGX[[TXbc 3.6

2 –βsserstoffμrˆ…πkenTyetzwerkeeGmolekulβreGprkennungGzyklisπherGllkoholeGinGenβntiomerenreinenG
βllenoTβπetylenisπhenGvˆ⁄figrezeptorenUGAngewandteeChemieSG2018SGXZWSGXa]Z[TXa]Zd 3.6

1 pσitoriβlUGChimiaSG2014SGacSG]cd 1.3
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