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storΠgeVHEnergygandgEnvironmentalgScienceTH2018THYYTHZcd]UZdYZ 35.4 97

331 SurvivΠlHofHtheHmostHtrΠnsferΠπleHΠtHtheHtopHofHvΠωoπOsHlΠdderfHpefiningHΠndHtestingHtheHˇ�necyPZQH
douπleHhyπridHdensityHfunωtionΠlVHJournalgofgChemicalgPhysicsTH2018THY]dTHZ]Yc[b 3.9 97

330 ohΠrgedHpolyωyωliωHΠromΠtiωHhydroωΠrπonHωlustersHΠndHtheHgΠlΠωtiωHextendedHredHemissionVH
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTH2007THYX]THaZc]Ud 11.5 97

329 SelfUinterΠωtionHerrorHofHloωΠlHdensityHfunωtionΠlsHforHΠlkΠliâ��hΠlideHdissoωiΠtionVHChemicalgPhysicsg
LettersTH2006TH]ZZTHZ[XUZ[[ 2.5 95

328 towHdirΠdiωΠloidHisHΠHstΠπleHdirΠdiωΠlkVHChemPhysChemTH2003TH]THaZZUa 3.2 95

327 usHSuπsurfΠωeH†xygenHzeωessΠryHforHtheHqleωtroωhemiωΠlHReduωtionHofHo†HonHoopperkVHJournalgofg
PhysicalgChemistrygLettersTH2018THeTHbXYUbXb 6.4 93

326
pefiningHtheHωontriπutionsHofHpermΠnentHeleωtrostΠtiωsTH–ΠuliHrepulsionTHΠndHdispersionHinHdensityH
funωtionΠlHtheoryHωΠlωulΠtionsHofHintermoleωulΠrHinterΠωtionHenergiesVHJournalgofgChemicalgPhysicsTH
2016THY]]THYY]YXc

3.9 93
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325 ·imeUpependentHpensityHrunωtionΠlHStudyHofHtheHqleωtroniωHqxωitedHStΠtesHofH–olyωyωliωHmromΠtiωH
tydroωΠrπonHRΠdiωΠlHuonsVHJournalgofgPhysicalgChemistrygATH2003THYXcTH]e]XU]eaY 2.8 86

324 yeωhΠnismHofHtheHeleωtroωΠtΠlytiωHreduωtionHofHprotonsHwithHdiΠryldithioleneHωoπΠltHωomplexesVH
JournalgofgthegAmericangChemicalgSocietyTH2014THY[bTHe[b]Ucb 16.4 85

323 oomplexHΠπsorπingHpotentiΠlsHwithinHq†yUooHfΠmilyHofHmethodsfHtheoryTHimplementΠtionTHΠndH
πenωhmΠrksVHJournalgofgChemicalgPhysicsTH2014THY]YTHXZ]YXZ 3.9 84

322 ühΠtHisHtheHnΠtureHofHtheHlongHπondHinHtheH·ozqZZâ��Hˇ�UdimerkVHPhysicalgChemistrygChemicalgPhysicsTH
2004THbTHZXXdUZXYY 3.6 83

321 ohΠrΠωterizingHtheHdimerizΠtionsHofHphenΠlenylHrΠdiωΠlsHπyHΠπHinitioHωΠlωulΠtionsHΠndHspeωtrosωopyfH
sigmΠUπondHformΠtionHversusHresonΠnωeHpiUstΠπilizΠtionVHJournalgofgPhysicalgChemistrygATH2005THYXeTHYYZbYUc2.8 82

320
mHResolutionU†fU·heUudentityHumplementΠtionHofHtheHxoωΠlH·riΠtomiωsUunUyoleωulesHyodelHforH
SeωondU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoryHwithHmppliωΠtionHtoHmlΠnineH·etrΠpeptideH
oonformΠtionΠlHqnergiesVHJournalgofgChemicalgTheorygandgComputationTH2005THYTHdbZUcb

6.4 82

319 x†nmfHΠHloωΠlizedHorπitΠlHπondingHΠnΠlysisHtoHωΠlωulΠteHoxidΠtionHstΠtesTHwithHΠppliωΠtionHtoHΠHmodelH
wΠterHoxidΠtionHωΠtΠlystVHPhysicalgChemistrygChemicalgPhysicsTH2009THYYTHYYZecU[X] 3.6 81

318 SωΠledHoppositeHspinHseωondHorderHyˆ‚llerU–lessetHtheoryHwithHimprovedHphysiωΠlHdesωriptionHofH
longUrΠngeHdispersionHinterΠωtionsVHJournalgofgPhysicalgChemistrygATH2005THYXeTHcaedUbXa 2.8 78

317 mHperturπΠtiveHωorreωtionHtoHtheHquΠdrΠtiωHωoupledUωlusterHdouπlesHmethodHforHhigherHexωitΠtionsVH
ChemicalgPhysicsgLettersTH2002TH[a[TH[aeU[bc 2.5 78

316
nioinspiredHdesignHofHredoxUΠωtiveHligΠndsHforHmultieleωtronHωΠtΠlysisfHeffeωtsHofHpositioningH
pyrΠzineHreservoirsHonHωoπΠltHforHeleωtroUHΠndHphotoωΠtΠlytiωHgenerΠtionHofHhydrogenHfromHwΠterVH
ChemicalgScienceTH2015THbTH]ea]U]ecZ

9.4 77

315 umprovedHrermiHoperΠtorHexpΠnsionHmethodsHforHfΠstHeleωtroniωHstruωtureHωΠlωulΠtionsVHJournalgofg
ChemicalgPhysicsTH2003THYYeTH]YYcU]YZa 3.9 76

314 rΠstHloωΠlizedHorthonormΠlHvirtuΠlHorπitΠlsHwhiωhHdependHsmoothlyHonHnuωleΠrHωoordinΠtesVHJournalg
ofgChemicalgPhysicsTH2005THYZ[THYY]YXd 3.9 76

313
önrestriωtedHΠπsolutelyHloωΠlizedHmoleωulΠrHorπitΠlsHforHenergyHdeωompositionHΠnΠlysisfHtheoryHΠndH
ΠppliωΠtionsHtoHintermoleωulΠrHinterΠωtionsHinvolvingHrΠdiωΠlsVHJournalgofgChemicalgPhysicsTH2013TH
Y[dTHY[]YYe

3.9 75

312 mpproΠωhingHtheHnΠsisHSetHximitHinHpensityHrunωtionΠlH·heoryHoΠlωulΠtionsHösingHpuΠlHnΠsisHSetsH
withoutHpiΠgonΠlizΠtionâ� VHJournalgofgPhysicalgChemistrygATH2004THYXdTH[ZXbU[ZYX 2.8 73

311 nenωhmΠrkHresultsHforHempiriωΠlHpostUssmHfunωtionΠlsfHdiffiωultHexωhΠngeHproπlemsHΠndH
independentHtestsVHPhysicalgChemistrygChemicalgPhysicsTH2011THY[THYe[ZaU[c 3.6 71

310 ·heHquΠdrΠtiωHωoupledHωlusterHdouπlesHmodelVHChemicalgPhysicsgLettersTH2000TH[[XTHadaUae] 2.5 70

309 SimulΠtionsHofHfemtoseωondHlΠserUinduωedHdesorptionHofHo†HfromHouPYXXQVHSurfacegScienceTH1994TH
[ZXTHxacUxbZ 1.8 70

308 –olΠrizΠtionHωontriπutionsHtoHintermoleωulΠrHinterΠωtionsHrevisitedHwithHfrΠgmentHeleωtriωUfieldH
responseHfunωtionsVHJournalgofgChemicalgPhysicsTH2015THY][THYY]YYY 3.9 69

(2015-2003)
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307 ·ΠiloringHyetΠlU–orphyrinUxikeHmωtiveHSitesHonHsrΠpheneHtoHumproveHtheHqffiωienωyHΠndHSeleωtivityHofH
qleωtroωhemiωΠlHo†ZHReduωtionVHJournalgofgPhysicalgChemistrygCTH2015THYYeTHZY[]aUZY[aZ 3.8 67

306 tΠrtreeUroωkHsolutionsHΠsHΠHquΠsidiΠπΠtiωHπΠsisHforHnonorthogonΠlHωonfigurΠtionHinterΠωtionVHJournalg
ofgChemicalgPhysicsTH2009THY[YTHYZ]YY[ 3.9 67

305
ohΠrΠωterizingHΠndHönderstΠndingHtheHRemΠrkΠπlyHSlowHnΠsisHSetHoonvergenωeHofHSeverΠlH
yinnesotΠHpensityHrunωtionΠlsHforHuntermoleωulΠrHunterΠωtionHqnergiesVHJournalgofgChemicalgTheoryg
andgComputationTH2013THeTH]]a[UbY

6.4 66

304 –eriodiωHπoundΠryHωonditionsHΠndHtheHfΠstHmultipoleHmethodVHJournalgofgChemicalgPhysicsTH1997TH
YXcTHYXY[YUYXY]X 3.9 66

303 †nHtheHzΠtureHofHqleωtroniωH·rΠnsitionsHinHRΠdiωΠlsfHHmnHqxtendedHSingleHqxωitΠtionHoonfigurΠtionH
unterΠωtionHyethodVHThegJournalgofgPhysicalgChemistryTH1996THYXXTHbY[YUbY[c 66

302 mdvΠnωedH–otentiΠlHqnergyHSurfΠωesHforHyoleωulΠrHSimulΠtionVHJournalgofgPhysicalgChemistrygBTH2016TH
YZXTHedYYU[Z 3.4 66

301
qxωitedHStΠteH†rπitΠlH†ptimizΠtionHviΠHyinimizingHtheHSquΠreHofHtheHsrΠdientfHsenerΠlHmpproΠωhH
ΠndHmppliωΠtionHtoHSinglyHΠndHpouπlyHqxωitedHStΠtesHviΠHpensityHrunωtionΠlH·heoryVHJournalgofg
ChemicalgTheorygandgComputationTH2020THYbTHYbeeUYcYX

6.4 65

300
mnHenergyHdeωompositionHΠnΠlysisHforHintermoleωulΠrHinterΠωtionsHfromHΠnHΠπsolutelyHloωΠlizedH
moleωulΠrHorπitΠlHreferenωeHΠtHtheHωoupledUωlusterHsinglesHΠndHdouπlesHlevelVHJournalgofgChemicalg
PhysicsTH2012THY[bTHXZ]YX[

3.9 65

299 xoωΠtingHmultipleHselfUωonsistentHfieldHsolutionsfHΠnHΠpproΠωhHinspiredHπyHmetΠdynΠmiωsVHPhysicalg
ReviewgLettersTH2008THYXYTHYe[XXY 7.4 65

298 RestriωtedHΠωtiveHspΠωeHspinUflipHωonfigurΠtionHinterΠωtionfHtheoryHΠndHexΠmplesHforHmultipleHspinH
flipsHwithHoddHnumπersHofHeleωtronsVHJournalgofgChemicalgPhysicsTH2012THY[cTHYb]YYX 3.9 64

297 †rπitΠlHoptimizedHdouπleUhyπridHdensityHfunωtionΠlsVHJournalgofgChemicalgPhysicsTH2013THY[eTHXZ]YYX 3.9 64

296 neyondHqnergiesfHseometriesHofHzonπondedHyoleωulΠrHoomplexesHΠsHyetriωsHforHmssessingH
qleωtroniωHStruωtureHmpproΠωhesVHJournalgofgChemicalgTheorygandgComputationTH2015THYYTHY]dYUeZ 6.4 63

295 öseHofHtheHrøøYXHzonloωΠlHoorrelΠtionHrunωtionΠlHinHtheHnecyUøHpensityHrunωtionΠlfHpefiningH
necyUrøHΠndHRelΠtedHrunωtionΠlsVHJournalgofgPhysicalgChemistrygLettersTH2017THdTH[aU]X 6.4 62

294
tydrogenHphysisorptionHonHmetΠlUorgΠniωHfrΠmeworkHlinkersHΠndHmetΠlΠtedHlinkersfHΠH
ωomputΠtionΠlHstudyHofHtheHfΠωtorsHthΠtHωontrolHπindingHstrengthVHJournalgofgthegAmericangChemicalg
SocietyTH2014THY[bTHYcdZcU[a

16.4 62

293 mssessingHuonUüΠterHunterΠωtionsHinHtheHmy†qnmHrorωeHrieldHösingHqnergyHpeωompositionHmnΠlysisH
ofHqleωtroniωHStruωtureHoΠlωulΠtionsVHJournalgofgChemicalgTheorygandgComputationTH2016THYZTHa]ZZUa][c 6.4 62

292 ·heH–erformΠnωeHofHpensityHrunωtionΠlsHforHSulfΠteUüΠterHolustersVHJournalgofgChemicalgTheorygandg
ComputationTH2013THeTHY[bdUdX 6.4 61

291 øiolΠtionsHofHzUrepresentΠπilityHfromHspinUunrestriωtedHorπitΠlsHinHyˆ‚llerâ��–lessetHperturπΠtionH
theoryHΠndHrelΠtedHdouπleUhyπridHdensityHfunωtionΠlHtheoryVHMoleculargPhysicsTH2009THYXcTHYZZ[UYZ[Z 1.7 61

290 moleωulΠrHdynΠmiωsHsimulΠtionsHofHliquidHwΠterHusingHhighHquΠlityHmetΠUssmHfunωtionΠlsVHChemicalg
ScienceTH2017THdTH[aa]U[aba 9.4 60
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289 towHΠωωurΠteHΠreHstΠtiωHpolΠrizΠπilityHprediωtionsHfromHdensityHfunωtionΠlHtheorykHmnHΠssessmentH
overHY[ZHspeωiesHΠtHequiliπriumHgeometryVHPhysicalgChemistrygChemicalgPhysicsTH2018THZXTHYedXXUYedYX 3.6 60

288 SeleωtionHΠndHøΠlidΠtionHofHohΠrgeHΠndHxennΠrdUvonesH–ΠrΠmetersHforH—yWyyHSimulΠtionsHofH
tydroωΠrπonHunterΠωtionsHwithH₂eolitesVHJournalgofgChemicalgTheorygandgComputationTH2011THcTHYbeaUcX[ 6.4 60

287
umprovedHrorωeUrieldH–ΠrΠmetersHforH—yWyyHSimulΠtionsHofHtheHqnergiesHofHmdsorptionHforH
yoleωulesHinH₂eolitesHΠndHΠHrreeHRotorHoorreωtionHtoHtheHRigidHRotorHtΠrmoniωH†sωillΠtorHyodelHforH
mdsorptionHqnthΠlpiesVHJournalgofgPhysicalgChemistrygCTH2015THYYeTHYd]XUYdaX

3.8 59

286 —uΠntumHmeωhΠniωΠlHmodelingHofHωΠtΠlytiωHproωessesVHAnnualgReviewgofgChemicalgandgBiomolecularg
EngineeringTH2011THZTH]a[Ucc 8.9 58

285 ·heHperfeωtHquΠdruplesHmodelHforHeleωtronHωorrelΠtionHinHΠHvΠlenωeHΠωtiveHspΠωeVHJournalgofg
ChemicalgPhysicsTH2009THY[XTHXd]YXY 3.9 58

284 yeωhΠnismHΠndHwinetiωsHofH–ropΠneHpehydrogenΠtionHΠndHorΠωkingHoverHsΠWtUyruH–repΠredHviΠH
øΠporU–hΠseHqxωhΠngeHofHtUyruHwithHsΠolVHJournalgofgthegAmericangChemicalgSocietyTH2019THY]YTHYbY]UYbZc16.4 58

283
RegulΠrizedH†rπitΠlU†ptimizedHSeωondU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoryfHmHReliΠπleH
rifthU†rderUSωΠlingHqleωtronHoorrelΠtionHyodelHwithH†rπitΠlHqnergyHpependentHRegulΠrizersVH
JournalgofgChemicalgTheorygandgComputationTH2018THY]THaZX[UaZYe

6.4 56

282
qxΠminΠtionHofHtheHhydrogenUπondingHnetworksHinHsmΠllHwΠterHωlustersHPnHiHZUaTHY[THYcQHusingH
ΠπsolutelyHloωΠlizedHmoleωulΠrHorπitΠlHenergyHdeωompositionHΠnΠlysisVHPhysicalgChemistrygChemicalg
PhysicsTH2012THY]THYa[ZdU[e

3.6 56

281 mπHinitioHsimulΠtionsHreveΠlHthΠtHreΠωtionHdynΠmiωsHstronglyHΠffeωtHproduωtHseleωtivityHforHtheH
ωrΠωkingHofHΠlkΠnesHoverHtUyruVHJournalgofgthegAmericangChemicalgSocietyTH2012THY[]THYe]bdUcb 16.4 56

280 tΠrtreeUroωkHexωhΠngeHωomputedHusingHtheHΠtomiωHresolutionHofHtheHidentityHΠpproximΠtionVH
JournalgofgChemicalgPhysicsTH2008THYZdTHYX]YXb 3.9 55

279 unsightsHintoHtheHwinetiωsHofHorΠωkingHΠndHpehydrogenΠtionHReΠωtionsHofHxightHmlkΠnesHinHtUyruVH
JournalgofgPhysicalgChemistrygCTH2013THYYcTHYZbXXUYZbYY 3.8 54

278 ·heHlimitsHofHloωΠlHωorrelΠtionHtheoryfHeleωtroniωHdeloωΠlizΠtionHΠndHωhemiωΠllyHsmoothHpotentiΠlH
energyHsurfΠωesVHJournalgofgChemicalgPhysicsTH2008THYZdTHX[]YX[ 3.9 54

277 ohΠrgeUtrΠnsferHΠndHtheHhydrogenHπondfHspeωtrosωopiωHΠndHstruωturΠlHimpliωΠtionsHfromHeleωtroniωH
struωtureHωΠlωulΠtionsVHFaradaygDiscussionsTH2011THYaXTH[]aUbZgHdisωussionH[eYU]Yd 3.6 53

276 rΠstHevΠluΠtionHofHsωΠledHoppositeHspinHseωondUorderHyˆ‚llerU–lessetHωorrelΠtionHenergiesHusingH
ΠuxiliΠryHπΠsisHexpΠnsionsHΠndHexploitingHspΠrsityVHJournalgofgComputationalgChemistryTH2007THZdTHYea[Ub]3.5 53

275 mnHeffiωientHmethodHforHωΠlωulΠtingHmΠximΠHofHhomogeneousHfunωtionsHofHorthogonΠlHmΠtriωesfH
ΠppliωΠtionsHtoHloωΠlizedHoωωupiedHorπitΠlsVHJournalgofgChemicalgPhysicsTH2004THYZYTHeZZXUe 3.9 53

274 oomputΠtionΠlHyodelingHofHtheHzΠtureHΠndHRoleHofHsΠHSpeωiesHforHxightHmlkΠneHpehydrogenΠtionH
oΠtΠlyzedHπyHsΠWtUyruVHACSgCatalysisTH2018THdTHbY]bUbYbZ 13.1 53

273 ·heHsroundHStΠteHqleωtroniωHqnergyHofHnenzeneVHJournalgofgPhysicalgChemistrygLettersTH2020THYYTHdeZZUdeZe6.4 52

272 qnergyHdeωompositionHΠnΠlysisHofHsingleHπondsHwithinHwohnUShΠmHdensityHfunωtionΠlHtheoryVH
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTH2017THYY]THYZb]eUYZbab11.5 51

(2017-2018)
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271 zonUorthogonΠlHωonfigurΠtionHinterΠωtionHforHtheHωΠlωulΠtionHofHmultieleωtronHexωitedHstΠtesVH
JournalgofgChemicalgPhysicsTH2014THY]XTHYY]YX[ 3.9 51

270 mutomΠtedH·rΠnsitionHStΠteHSeΠrωhesHwithoutHqvΠluΠtingHtheHtessiΠnVHJournalgofgChemicalgTheoryg
andgComputationTH2012THdTHaYbbUc] 6.4 51

269 mpproΠωhingHωlosedUshellHΠωωurΠωyHforHrΠdiωΠlsHusingHωoupledHωlusterHtheoryHwithHperturπΠtiveHtripleH
suπstitutionsVHPhysicalgChemistrygChemicalgPhysicsTH2003THaTHZ]dd 3.6 51

268 oonneωtionsHπetweenHωoupledHωlusterHΠndHgenerΠlizedHvΠlenωeHπondHtheoriesVHJournalgofgChemicalg
PhysicsTH2001THYYaTHcdY]UcdZY 3.9 51

267 oonfigurΠtionHinterΠωtionHwithHsingleHsuπstitutionsHforHexωitedHstΠtesHofHopenUshellHmoleωulesVH
InternationalgJournalgofgQuantumgChemistryTH1995THabTH[bYU[cX 2.1 51

266 oomputΠtionΠlHStudyHofHpUXyleneHSynthesisHfromHqthyleneHΠndHZTaUpimethylfurΠnHoΠtΠlyzedHπyH
tUnqmVHJournalgofgPhysicalgChemistrygCTH2014THYYdTHZZXeXUZZXea 3.8 50

265
oomputΠtionHofHhighUhΠrmoniωHgenerΠtionHspeωtrΠHofHtZHΠndHzZHinHintenseHlΠserHpulsesHusingH
quΠntumHωhemistryHmethodsHΠndHtimeUdependentHdensityHfunωtionΠlHtheoryVHMoleculargPhysicsTH
2012THYYXTHeXeUeZ[

1.7 50

264 mωωurΠteHloωΠlHΠpproximΠtionsHtoHtheHtriplesHωorrelΠtionHenergyfHformulΠtionTHimplementΠtionHΠndH
testsHofHathUorderHsωΠlingHmodelsVHMoleculargPhysicsTH2005THYX[TH]ZaU][c 1.7 50

263 oontrollingHtheHqxtentHofHpirΠdiωΠlHohΠrΠωterHπyHötilizingHzeighπoringHsroupHunterΠωtionsVHJournalg
ofgPhysicalgChemistrygATH2003THYXcTHc]caUc]dY 2.8 50

262 mHpΠrΠllelHimplementΠtionHofHtheHΠnΠlytiωHnuωleΠrHgrΠdientHforHtimeUdependentHdensityHfunωtionΠlH
theoryHwithinHtheH·Πmmâ��pΠnωoffHΠpproximΠtionVHMoleculargPhysicsTH2010THYXdTHZceYUZdXX 1.7 49

261 SpΠrseHmΠtrixHmultipliωΠtionsHforHlineΠrHsωΠlingHeleωtroniωHstruωtureHωΠlωulΠtionsHinHΠnH
ΠtomUωenteredHπΠsisHsetHusingHmultiΠtomHπloωksVHJournalgofgComputationalgChemistryTH2003THZ]THbYdUZZ 3.5 49

260
mnΠlytiωΠlHseωondHderivΠtivesHforHexωitedHeleωtroniωHstΠtesHusingHtheHsingleHexωitΠtionHωonfigurΠtionH
interΠωtionHmethodfHtheoryHΠndHΠppliωΠtionHtoHπenzo₄Π−pyreneHΠndHωhΠlωoneVHMoleculargPhysicsTH
1999THebTHYa[[UYa]Y

1.7 49

259 mssessingHpr·Up[HpΠmpingHrunωtionsHmωrossHüidelyHösedHpensityHrunωtionΠlsfHoΠnHüeHpoHnetterkVH
JournalgofgChemicalgTheorygandgComputationTH2017THY[THZX][UZXaZ 6.4 48

258 umplementΠtionHofHgenerΠlizedHvΠlenωeHπondUinspiredHωoupledHωlusterHtheoriesVHJournalgofgChemicalg
PhysicsTH2002THYYcTHeYeXUeZXY 3.9 48

257 ohΠrΠωterizΠtionHofHusolΠtedHsΠ[SoΠtionsHinHsΠWtUyruH–repΠredHπyHøΠporU–hΠseHqxωhΠngeHofHtUyruH
₂eoliteHwithHsΠol[VHACSgCatalysisTH2018THdTHbYXbUbYZb 13.1 48

256
ooupledUolusterHøΠlenωeUnondHSinglesHΠndHpouπlesHforHStronglyHoorrelΠtedHSystemsfHnloωkU·ensorH
nΠsedHumplementΠtionHΠndHmppliωΠtionHtoH†ligoΠωenesVHJournalgofgChemicalgTheorygandgComputation
TH2017THY[THbXZUbYa

6.4 46

255 mnHenergyHdeωompositionHΠnΠlysisHforHseωondUorderHyˆ‚llerU–lessetHperturπΠtionHtheoryHπΠsedHonH
ΠπsolutelyHloωΠlizedHmoleωulΠrHorπitΠlsVHJournalgofgChemicalgPhysicsTH2015THY][THXd]YZ] 3.9 46

254 mHfusionHofHtheHωlosedUshellHωoupledHωlusterHsinglesHΠndHdouπlesHmethodHΠndHvΠlenωeUπondHtheoryH
forHπondHπreΠkingVHJournalgofgChemicalgPhysicsTH2012THY[cTHYY]YX[ 3.9 46
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253 ·woUπodyHωoupledHωlusterHexpΠnsionsVHJournalgofgChemicalgPhysicsTH2001THYYaTHaX[[UaX]X 3.9 46

252 –ostUmodernHvΠlenωeHπondHtheoryHforHstronglyHωorrelΠtedHeleωtronHspinsVHPhysicalgChemistryg
ChemicalgPhysicsTH2011THY[THYeZdaUec 3.6 45

251 ·rΠnsitionHstΠteUfindingHstrΠtegiesHforHuseHwithHtheHgrowingHstringHmethodVHJournalgofgChemicalg
PhysicsTH2009THY[XTHZ]]YXd 3.9 45

250 peloωΠlizΠtionHqrrorsHinHpensityHrunωtionΠlH·heoryHmreHqssentiΠllyH—uΠdrΠtiωHinHrrΠωtionΠlH
†ωωupΠtionHzumπerVHJournalgofgPhysicalgChemistrygLettersTH2018THeTHbZdXUbZdd 6.4 45

249 omSSorHwithHqxtremelyHxΠrgeHmωtiveHSpΠωesHösingHtheHmdΠptiveHSΠmplingHoonfigurΠtionHunterΠωtionH
yethodVHJournalgofgChemicalgTheorygandgComputationTH2020THYbTHZ[]XUZ[a] 6.4 44

248 oomputΠtionΠlH—uΠntumHohemistryHforHyultipleUSiteHteisenπergHSpinHoouplingsHyΠdeHSimplefHStillH
†nlyH†neHSpinUrlipHRequiredVHJournalgofgPhysicalgChemistrygLettersTH2015THbTHYedZUd 6.4 44

247 qnergyHdeωompositionHΠnΠlysisHinHΠnHΠdiΠπΠtiωHpiωtureVHPhysicalgChemistrygChemicalgPhysicsTH2017THYeTHae]]Uaead3.6 43

246 yodernHmpproΠωhesHtoHqxΠωtHpiΠgonΠlizΠtionHΠndHSeleωtedHoonfigurΠtionHunterΠωtionHwithHtheH
mdΠptiveHSΠmplingHouHyethodVHJournalgofgChemicalgTheorygandgComputationTH2020THYbTHZY[eUZYae 6.4 43

245
tighlyHmωωurΠteH–rediωtionHofHooreHSpeωtrΠHofHyoleωulesHΠtHpensityHrunωtionΠlH·heoryHoostfH
mttΠiningHSuπUeleωtronvoltHqrrorHfromHΠHRestriωtedH†penUShellHwohnUShΠmHmpproΠωhVHJournalgofg
PhysicalgChemistrygLettersTH2020THYYTHccaUcdb

6.4 43

244 mdsorptionH·hermodynΠmiωsHΠndHuntrinsiωHmωtivΠtionH–ΠrΠmetersHforHyonomoleωulΠrHorΠωkingHofH
nUmlkΠnesHonHnrˆ‚nstedHmωidHSitesHinH₂eolitesVHJournalgofgPhysicalgChemistrygCTH2015THYYeTHYX]ZcUYX][d 3.8 42

243
mωωurΠteH–rediωtionHofHtydroωΠrπonHunterΠωtionsHwithH₂eolitesHötilizingHumprovedH
qxωhΠngeUoorrelΠtionHrunωtionΠlsHΠndH—yWyyHyethodsfHnenωhmΠrkHoΠlωulΠtionsHofHmdsorptionH
qnthΠlpiesHΠndHmppliωΠtionHtoHqtheneHyethylΠtionHπyHyethΠnolVHJournalgofgPhysicalgChemistrygCTH
2012THYYbTHYa]XbUYa]Y]

3.8 42

242 ·rΠωtΠπleHspinUpureHmethodsHforHπondHπreΠkingfHxoωΠlHmΠnyUeleωtronHspinUveωtorHsetsHΠndHΠnH
ΠpproximΠteHvΠlenωeHπondHmodelVHJournalgofgChemicalgPhysicsTH2009THY[XTHXd]YX[ 3.9 42

241 —uΠrtiωUSωΠlingHmnΠlytiωΠlHqnergyHsrΠdientHofHSωΠledH†ppositeUSpinHSeωondU†rderHyˆ‚llerU–lessetH
–erturπΠtionH·heoryVHJournalgofgChemicalgTheorygandgComputationTH2007TH[THeddUYXX[ 6.4 42

240 øiπrΠtionΠlHΠndHqleωtroniωHSpeωtrosωopyHofHmωenΠphthyleneHΠndHutsHoΠtionVHJournalgofgPhysicalg
ChemistrygATH2003THYXcTHcdZUce[ 2.8 42

239 mH—uΠsidegenerΠteHSeωondU†rderH–erturπΠtionH·heoryHmpproximΠtionHtoHRmSUnSrHforHqxωitedH
StΠtesHΠndHStrongHoorrelΠtionsVHJournalgofgChemicalgTheorygandgComputationTH2014THYXTHadeUee 6.4 41

238
qffiωientHimplementΠtionHofHtheHpΠirHΠtomiωHresolutionHofHtheHidentityHΠpproximΠtionHforHexΠωtH
exωhΠngeHforHhyπridHΠndHrΠngeUHsepΠrΠtedHdensityHfunωtionΠlsVHJournalgofgChemicalgTheorygandg
ComputationTH2015THYYTHaYdUZc

6.4 41

237 –olΠrizedHΠtomiωHorπitΠlsHforHselfUωonsistentHfieldHeleωtroniωHstruωtureHωΠlωulΠtionsVHJournalgofg
ChemicalgPhysicsTH1997THYXcTHeXdaUeXea 3.9 41

236 mHnonorthogonΠlHΠpproΠωhHtoHperfeωtHpΠiringVHJournalgofgChemicalgPhysicsTH2000THYYZTHab[[Uab[d 3.9 40
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235 —uΠsidegenerΠteHseωondUorderHperturπΠtionHωorreωtionsHtoHsingleUexωitΠtionHωonfigurΠtionH
interΠωtionVHMoleculargPhysicsTH1999THebTHae[UbXZ 1.7 40

234 øΠriΠtionΠlHqnergyHpeωompositionHmnΠlysisHofHohemiωΠlHnondingVHYVHSpinU–ureHmnΠlysisHofHSingleH
nondsVHJournalgofgChemicalgTheorygandgComputationTH2016THYZTH]dYZU]dZX 6.4 40

233
ooupledHolusterHøΠlenωeHnondHyethodfHqffiωientHoomputerHumplementΠtionHΠndHmppliωΠtionHtoH
yultipleHnondHpissoωiΠtionsHΠndHStrongHoorrelΠtionsHinHtheHmωenesVHJournalgofgChemicalgTheorygandg
ComputationTH2014THYXTHZXZcU]X

6.4 39

232 önrestriωtedHperfeωtHpΠiringfHtheHsimplestHwΠveUfunωtionUπΠsedHmodelHωhemistryHπeyondHmeΠnH
fieldVHJournalgofgPhysicalgChemistrygATH2005THYXeTHeYd[UeZ 2.8 39

231 mttenuΠtedHseωondUorderHyˆ‚llerU–lessetHperturπΠtionHtheoryfHperformΠnωeHwithinHtheHΠugUωωUpø·₂H
πΠsisVHPhysicalgChemistrygChemicalgPhysicsTH2013THYaTHYadbeUca 3.6 38

230 rΠstTHΠωωurΠteHevΠluΠtionHofHexΠωtHexωhΠngefH·heHoωωURuUwHΠlgorithmVHJournalgofgChemicalgPhysicsTH
2015THY][THXZ]YY[ 3.9 38

229 zonUoovΠlentHunterΠωtionsHwithHpuΠlUnΠsisHyethodsfH–ΠiringsHforHmugmentedHnΠsisHSetsVHJournalgofg
ChemicalgTheorygandgComputationTH2009THaTHYabXUcZ 6.4 38

228 pensityHrunωtionΠlH·heoryHunvestigΠtionsHofHtheHpireωtH†xidΠtionHofHyethΠneHonHΠnHreUqxωhΠngedH
₂eoliteVHJournalgofgPhysicalgChemistrygBTH2004THYXdTH][bZU][bd 3.4 38

227 ·uzw·q–fHmHfullyHselfUωonsistentTHmutuΠllyHpolΠrizΠπleH—yWyyHΠpproΠωhHπΠsedHonHtheHmy†qnmH
forωeHfieldVHJournalgofgChemicalgPhysicsTH2016THY]aTHYZ]YXb 3.9 38

226 †nHtheHoomputΠtionΠlHohΠrΠωterizΠtionHofHohΠrgeU·rΠnsferHqffeωtsHinHzonωovΠlentlyHnoundH
yoleωulΠrHoomplexesVHJournalgofgChemicalgTheorygandgComputationTH2018THY]THZ]XYUZ]Yc 6.4 37

225 zonUorthogonΠlHωonfigurΠtionHinterΠωtionHwithHsingleHsuπstitutionsHforHtheHωΠlωulΠtionHofH
ωoreUexωitedHstΠtesVHJournalgofgChemicalgPhysicsTH2018THY]eTHX]]YYb 3.9 36

224 mHtrΠωtΠπleHΠndHΠωωurΠteHeleωtroniωHstruωtureHmethodHforHstΠtiωHωorrelΠtionsfHtheHperfeωtHhextuplesH
modelVHJournalgofgChemicalgPhysicsTH2010THY[[THXZ]YX[ 3.9 36

223 mlternΠtiveHdefinitionsHofHtheHfrozenHenergyHinHenergyHdeωompositionHΠnΠlysisHofHdensityHfunωtionΠlH
theoryHωΠlωulΠtionsVHJournalgofgChemicalgPhysicsTH2016THY]]THXd]YYd 3.9 36

222
ösefulHlowerHlimitsHtoHpolΠrizΠtionHωontriπutionsHtoHintermoleωulΠrHinterΠωtionsHusingHΠHminimΠlH
πΠsisHofHloωΠlizedHorthogonΠlHorπitΠlsfHtheoryHΠndHΠnΠlysisHofHtheHwΠterHdimerVHJournalgofgChemicalg
PhysicsTH2013THY[dTHXd]YXZ

3.9 35

221 qxtrΠωtingHpolΠrizedHΠtomiωHorπitΠlsHfromHmoleωulΠrHorπitΠlHωΠlωulΠtionsVHInternationalgJournalgofg
QuantumgChemistryTH2000THcbTHYbeUYd] 2.1 34

220 mnHimprovedHsemidireωtHy–ZHgrΠdientHmethodVHMoleculargPhysicsTH1999THebTHbc[Ubce 1.7 34

219 qxperimentΠlHΠndHoomputΠtionΠlHqvidenωeHofHtighlyHmωtiveHreHumpurityHSitesHonHtheHSurfΠωeHofH
†xidizedHmuHforHtheHqleωtroωΠtΠlytiωH†xidΠtionHofHüΠterHinHnΠsiωHyediΠVHChemElectroChemTH2016TH[THbbUc[4.3 34

218 ·heoretiωΠlHmnΠlysisHofHtheHunfluenωeHofH–oreHseometryHonHyonomoleωulΠrHorΠωkingHΠndH
pehydrogenΠtionHofHnUnutΠneHinHnrˆ‚nstedHmωidiωH₂eolitesVHACSgCatalysisTH2017THcTHZbdaUZbec 13.1 33
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217
oomplexHπΠsisHfunωtionsHrevisitedfHimplementΠtionHwithHΠppliωΠtionsHtoHωΠrπonHtetrΠfluorideHΠndH
ΠromΠtiωHzUωontΠiningHheteroωyωlesHwithinHtheHstΠtiωUexωhΠngeHΠpproximΠtionVHJournalgofgChemicalg
PhysicsTH2015THY]ZTHXa]YX[

3.9 33

216
qxploringHtheHlimitHofHΠωωurΠωyHforHdensityHfunωtionΠlsHπΠsedHonHtheHgenerΠlizedHgrΠdientH
ΠpproximΠtionfHloωΠlTHgloπΠlHhyπridTHΠndHrΠngeUsepΠrΠtedHhyπridHfunωtionΠlsHwithHΠndHwithoutH
dispersionHωorreωtionsVHJournalgofgChemicalgPhysicsTH2014THY]XTHYdmaZc

3.9 33

215 yetΠlUxigΠndHoooperΠtivityHviΠHqxωhΠngeHoouplingH–romotesHuronUHoΠtΠlyzedHqleωtroωhemiωΠlHo†H
ReduωtionHΠtHxowH†verpotentiΠlsVHJournalgofgthegAmericangChemicalgSocietyTH2020THY]ZTHZX]deUZXaXY 16.4 33

214 oomputΠtionHofHhighUhΠrmoniωHgenerΠtionHspeωtrΠHofHtheHhydrogenHmoleωuleHusingHtimeUdependentH
ωonfigurΠtionUinterΠωtionVHMoleculargPhysicsTH2016THYY]THe]cUeab 1.7 32

213 RegulΠrizedHorπitΠlUoptimizedHseωondUorderHperturπΠtionHtheoryVHJournalgofgChemicalgPhysicsTH2013TH
Y[eTHZ]]YXe 3.9 32

212 pissoωiΠtiveHphotoionizΠtionHofHglyωerolHΠndHitsHdimerHoωωursHpredominΠntlyHviΠHΠHternΠryH
hydrogenUπridgedHionUmoleωuleHωomplexVHJournalgofgthegAmericangChemicalgSocietyTH2013THY[aTHY]ZZeU[e 16.4 32

211 qleωtroniωHtrΠnsitionsHinHtheHuRfHyΠtrixHisolΠtionHspeωtrosωopyHΠndHeleωtroniωHstruωtureHtheoryH
ωΠlωulΠtionsHonHpolyΠωenesHΠndHdiπenzopolyΠωenesVHPhysicalgChemistrygChemicalgPhysicsTH2005THcTHYXe 3.6 32

210 SeωondUorderHωorreωtionHtoHperfeωtHpΠiringfHΠnHinexpensiveHeleωtroniωHstruωtureHmethodHforHtheH
treΠtmentHofHstrongHeleωtronUeleωtronHωorrelΠtionsVHJournalgofgChemicalgPhysicsTH2006THYZ]THYY]YXc 3.9 32

209 pistinguishingHΠrtifiωiΠlHΠndHessentiΠlHsymmetryHπreΠkingHinHΠHsingleHdeterminΠntfHΠpproΠωhHΠndH
ΠppliωΠtionHtoHtheHoTHoTHΠndHoHfullerenesVHPhysicalgChemistrygChemicalgPhysicsTH2019THZYTH]cb[U]ccd 3.6 31

208 SpinUflipHnonUorthogonΠlHωonfigurΠtionHinterΠωtionfHΠHvΠriΠtionΠlHΠndHΠlmostHπlΠωkUπoxHmethodHforH
desωriπingHstronglyHωorrelΠtedHmoleωulesVHPhysicalgChemistrygChemicalgPhysicsTH2014THYbTHZZbe]UcXa 3.6 31

207
mssessingHmΠnyUπodyHωontriπutionsHtoHintermoleωulΠrHinterΠωtionsHofHtheHmy†qnmHforωeHfieldHusingH
energyHdeωompositionHΠnΠlysisHofHeleωtroniωHstruωtureHωΠlωulΠtionsVHJournalgofgChemicalgPhysicsTH
2017THY]cTHYbYcZY

3.9 31

206
mttenuΠtingHmwΠyHtheHqrrorsHinHunterUHΠndHuntrΠmoleωulΠrHunterΠωtionsHfromHSeωondU†rderH
yˆ‚llerU–lessetHoΠlωulΠtionsHinHtheHSmΠllHmugUωωUpøp₂HnΠsisHSetVHJournalgofgPhysicalgChemistrygLetters
TH2012TH[TH[aeZUd

6.4 31

205 mHtrunωΠtionHhierΠrωhyHofHωoupledHωlusterHmodelsHofHstronglyHωorrelΠtedHsystemsHπΠsedHonH
perfeωtUpΠiringHreferenωesfHtheHsinglesSdouπlesHmodelsVHJournalgofgChemicalgPhysicsTH2010THY[[THYZ]YXZ 3.9 31

204 unωorporΠtingHxineΠrHSynωhronousH·rΠnsitHunterpolΠtionHintoHtheHsrowingHStringHyethodfHmlgorithmH
ΠndHmppliωΠtionsVHJournalgofgChemicalgTheorygandgComputationTH2011THcTH]XYeUZa 6.4 31

203 ·heHΠnΠlytiωΠlHgrΠdientHofHduΠlUπΠsisHresolutionUofUtheUidentityHseωondUorderHyˆ‚llerâ��–lessetH
perturπΠtionHtheoryVHMoleculargPhysicsTH2007THYXaTHZc[YUZc]Z 1.7 31

202 †rπitΠlH†ptimizedHpensityHrunωtionΠlH·heoryHforHqleωtroniωHqxωitedHStΠtesVHJournalgofgPhysicalg
ChemistrygLettersTH2021THYZTH]aYcU]aZe 6.4 31

201
·woHsingleUreferenωeHΠpproΠωhesHtoHsingletHπirΠdiωΠloidHproπlemsfHoomplexTHrestriωtedHorπitΠlsHΠndH
ΠpproximΠteHspinUprojeωtionHωomπinedHwithHregulΠrizedHorπitΠlUoptimizedHyˆ‚llerU–lessetH
perturπΠtionHtheoryVHJournalgofgChemicalgPhysicsTH2019THYaXTHZ]]YXb

3.9 30

200 qxperimentΠlHΠndH·heoretiωΠlHStudyHofHnUnutΠnΠlHSelfUoondensΠtionHoverH·iHSpeωiesHSupportedHonH
SiliωΠVHACSgCatalysisTH2014TH]THZeXdUZeYb 13.1 30
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199 zonU†rthogonΠlHoonfigurΠtionHunterΠωtionHwithHSingleHSuπstitutionsHforHooreUqxωitedHStΠtesfHmnH
qxtensionHtoHpouπletHRΠdiωΠlsVHJournalgofgChemicalgTheorygandgComputationTH2019THYaTHZebbUZec[ 6.4 29

198
–ushHitHtoHtheHlimitfHohΠrΠωterizingHtheHωonvergenωeHofHωommonHsequenωesHofHπΠsisHsetsHforH
intermoleωulΠrHinterΠωtionsHΠsHdesωriπedHπyHdensityHfunωtionΠlHtheoryVHJournalgofgChemicalgPhysicsTH
2016THY]]THYe][Xb

3.9 29

197 önrΠvelingHsuπstituentHeffeωtsHonHfrontierHorπitΠlsHofHωonjugΠtedHmoleωulesHusingHΠnHΠπsolutelyH
loωΠlizedHmoleωulΠrHorπitΠlHπΠsedHΠnΠlysisVHChemicalgScienceTH2018THeTHdaedUdbXc 9.4 29

196
·heHroleHofHRydπergHΠndHωontinuumHlevelsHinHωomputingHhighHhΠrmoniωHgenerΠtionHspeωtrΠHofHtheH
hydrogenHΠtomHusingHtimeUdependentHωonfigurΠtionHinterΠωtionVHJournalgofgChemicalgPhysicsTH2013TH
Y[eTHYb]YZY

3.9 28

195 mπHinitioHωΠlωulΠtionsHonHtheHeleωtroniωΠllyHexωitedHstΠtesHofHsmΠllHheliumHωlustersVHJournalgofg
PhysicalgChemistrygATH2010THYY]THdXZ[U[Z 2.8 28

194 mnΠlysisHofHmultiUωonfigurΠtionHdensityHfunωtionΠlHtheoryHmethodsfHtheoryHΠndHmodelHΠppliωΠtionHtoH
πondUπreΠkingVHMoleculargPhysicsTH2009THYXcTHZYX[UZYYX 1.7 28

193 pevelopmentHofHΠnHmdvΠnωedHrorωeHrieldHforHüΠterHösingHøΠriΠtionΠlHqnergyHpeωompositionH
mnΠlysisVHJournalgofgChemicalgTheorygandgComputationTH2019THYaTHaXXYUaXY[ 6.4 27

192 oomputΠtionΠlHquΠntumHωhemistryHforHsingleHteisenπergHspinHωouplingsHmΠdeHsimplefHjustHoneHspinH
flipHrequiredVHJournalgofgChemicalgPhysicsTH2014THY]YTHY[]YYY 3.9 27

191 –enΠltyHfunωtionsHforHωomπiningHωoupledUωlusterHΠndHperturπΠtionHΠmplitudesHinHloωΠlHωorrelΠtionH
methodsHwithHoptimizedHorπitΠlsVHMoleculargPhysicsTH2008THYXbTHZ[XeUZ[Z] 1.7 27

190 xoωΠlizedHorπitΠlHtheoryHΠndHΠmmoniΠHtriπorΠneVHPhysicalgChemistrygChemicalgPhysicsTH2007THeTHaaZZU[X 3.6 27

189 mHsystemΠtiωHstudyHonH–tHπΠsedTHsuπnΠnometerUsizedHΠlloyHωlusterHωΠtΠlystsHforHΠlkΠneH
dehydrogenΠtionfHeffeωtsHofHintermetΠlliωHinterΠωtionVHPhysicalgChemistrygChemicalgPhysicsTH2016THYdTHYXeXbUYc3.6 26

188 qleωtrostΠtiωHpominΠtionHofHtheHqffeωtHofHqleωtronHoorrelΠtionHinHuntermoleωulΠrHunterΠωtionsVH
JournalgofgPhysicalgChemistrygLettersTH2014THaTHY[dXUa 6.4 26

187
mnΠlytiωΠlHgrΠdientHofHrestriωtedHseωondUorderHyˆ‚llerâ��–lessetHωorrelΠtionHenergyHwithHtheH
resolutionHofHtheHidentityHΠpproximΠtionTHΠppliedHtoHtheH·ozqHdimerHΠnionHωomplexVHChemicalg
PhysicsgLettersTH2006TH]ZbTHYecUZX[

2.5 26

186 oΠlωulΠtingHtheHequiliπriumHstruωtureHofHtheHnznHmoleωulefHReΠlHsVHΠrtifΠωtuΠlHsymmetryHπreΠkingVH
PhysicalgChemistrygChemicalgPhysicsTH2001TH[TH]]eaU]aXX 3.6 26

185
qxωitedHstΠtesHviΠHωoupledHωlusterHtheoryHwithoutHequΠtionUofUmotionHmethodsfHSeekingHhigherH
rootsHwithHΠppliωΠtionHtoHdouπlyHexωitedHstΠtesHΠndHdouπleHωoreHholeHstΠtesVHJournalgofgChemicalg
PhysicsTH2019THYaYTHZY]YX[

3.9 26

184 ReΠωtionHpynΠmiωsHofH₂eoliteUoΠtΠlyzedHmlkeneHyethylΠtionHπyHyethΠnolVHJournalgofgPhysicalg
ChemistrygCTH2014THYYdTHZY]XeUZY]Ye 3.8 25

183 SimulΠtionsHofHtheHdissoωiΠtionHofHsmΠllHheliumHωlustersHwithHΠπHinitioHmoleωulΠrHdynΠmiωsHinH
eleωtroniωΠllyHexωitedHstΠtesVHJournalgofgChemicalgPhysicsTH2014THY]XTHY[][Xb 3.9 25

182
SystemΠtiωΠllyHumprovΠπleH·ensorHtyperωontrΠωtionfHunterpolΠtiveHSepΠrΠπleHpensityUrittingHforH
yoleωulesHmppliedHtoHqxΠωtHqxωhΠngeTHSeωondUHΠndH·hirdU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoryVH
JournalgofgChemicalgTheorygandgComputationTH2020THYbTHZ][UZb[

6.4 25
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181
qffiωientHumplementΠtionHofHqnergyHpeωompositionHmnΠlysisHforHSeωondU†rderHyˆ‚llerU–lessetH
–erturπΠtionH·heoryHΠndHmppliωΠtionHtoHmnionUˇ�HunterΠωtionsVHJournalgofgPhysicalgChemistrygATH2017TH
YZYTHcYcUcZd

2.8 24

180
·hirdU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoryHyΠdeHösefulkHohoiωeHofH†rπitΠlsHΠndHSωΠlingH
sreΠtlyHumprovesHmωωurΠωyHforH·hermoωhemistryTHwinetiωsTHΠndHuntermoleωulΠrHunterΠωtionsVHJournalg
ofgPhysicalgChemistrygLettersTH2019THYXTH]YcXU]Ycb

6.4 24

179 RestriωtedHΠndHunrestriωtedHnonUtermitiΠnHtΠrtreeUroωkfH·heoryTHprΠωtiωΠlHωonsiderΠtionsTHΠndH
ΠppliωΠtionsHtoHmetΠstΠπleHmoleωulΠrHΠnionsVHJournalgofgChemicalgPhysicsTH2015THY][THXc]YX[ 3.9 24

178 RestriωtedHtΠrtreeHroωkHusingHωomplexUvΠluedHorπitΠlsfHΠHlongUknownHπutHnegleωtedHtoolHinH
eleωtroniωHstruωtureHtheoryVHJournalgofgChemicalgPhysicsTH2015THY]ZTHXZ]YX] 3.9 24

177
unωreΠsingHspinUflipsHΠndHdeωreΠsingHωostfH–erturπΠtiveHωorreωtionsHforHexternΠlHsinglesHtoHtheH
ωompleteHΠωtiveHspΠωeHspinHflipHmodelHforHlowUlyingHexωitedHstΠtesHΠndHstrongHωorrelΠtionVHJournalgofg
ChemicalgPhysicsTH2014THY]YTHX]]YYZ

3.9 24

176 †nHtheHnΠtureHofHeleωtronHωorrelΠtionHinHobXVHJournalgofgChemicalgPhysicsTH2011THY[aTHYe][Xb 3.9 24

175 †rπitΠlsHthΠtHΠreHunrestriωtedHinHΠωtiveHpΠirsHforHgenerΠlizedHvΠlenωeHπondHωoupledHωlusterHmethodsVH
JournalgofgPhysicalgChemistrygATH2010THYY]THZe[XUd 2.8 24

174 SizeHωonsistentHformulΠtionsHofHtheHperturπUthenUdiΠgonΠlizeHyˆ‚llerU–lessetHperturπΠtionHtheoryH
ωorreωtionHtoHnonUorthogonΠlHωonfigurΠtionHinterΠωtionVHJournalgofgChemicalgPhysicsTH2016THY]aTHXa]YXa 3.9 24

173 oonsistentHinωlusionHofHωontinuumHsolvΠtionHinHenergyHdeωompositionHΠnΠlysisfHtheoryHΠndH
ΠppliωΠtionHtoHmoleωulΠrHo†HreduωtionHωΠtΠlystsVHChemicalgScienceTH2020THYZTHY[edUY]Y] 9.4 24

172 ohemoenzymΠtiωH–lΠtformHforHSynthesisHofHohirΠlH†rgΠnofluorinesHnΠsedHonH·ypeHuuHmldolΠsesVH
AngewandtegChemiegwgInternationalgEditionTH2019THadTHYYd]YUYYd]a 16.4 23

171 oomputΠtionΠlHohΠrΠωterizΠtionHofHRedoxHzonUunnoωenωeHinHooπΠltUnisPpiΠryldithioleneQUoΠtΠlyzedH
–rotonHReduωtionVHJournalgofgChemicalgTheorygandgComputationTH2016THYZTHZZ[U[X 6.4 23

170
—uΠrtiωUSωΠlingHmnΠlytiωΠlHsrΠdientHofH—uΠsidegenerΠteHSωΠledH†ppositeHSpinHSeωondU†rderH
–erturπΠtionHoorreωtionsHtoHSingleHqxωitΠtionHoonfigurΠtionHunterΠωtionVHJournalgofgChemicalgTheoryg
andgComputationTH2009THaTHYZZ]U[b

6.4 23

169 oompleteHπΠsisHsetHextrΠpolΠtionsHforHlowUlyingHtripletHeleωtroniωHstΠtesHofHΠωetyleneHΠndH
vinylideneVHJournalgofgChemicalgPhysicsTH2000THYY[THY]]cUY]a] 3.9 23

168 mHmultipoleHΠωωeptΠπilityHωriterionHforHeleωtroniωHstruωtureHtheoryVHJournalgofgChemicalgPhysicsTH1998TH
YXeTHdcb]Udcbe 3.9 23

167 –erformΠnωeHofHtheHmy†qnmHüΠterHyodelHinHtheHøiωinityHofH—yHSolutesfHmHpiΠgnosisHösingHqnergyH
peωompositionHmnΠlysisVHJournalgofgChemicalgTheorygandgComputationTH2017THY[THYeb[UYece 6.4 22

166 SeωondHorderHyˆ‚llerU–lessetHΠndHωoupledHωlusterHsinglesHΠndHdouπlesHmethodsHwithHωomplexHπΠsisH
funωtionsHforHresonΠnωesHinHeleωtronUmoleωuleHsωΠtteringVHJournalgofgChemicalgPhysicsTH2017THY]bTHZ[]YXc3.9 22

165
ühΠtHxevelsHofHooupledHolusterH·heoryHmreHmppropriΠteHforH·rΠnsitionHyetΠlHSystemskHmHStudyH
ösingHzeΠrUqxΠωtH—uΠntumHohemiωΠlHøΠluesHforH[dH·rΠnsitionHyetΠlHninΠryHoompoundsVHJournalgofg
ChemicalgTheorygandgComputationTH2019THYaTHa[cXUa[da

6.4 22

164 teterogenizedH–yridineUSuπstitutedHooπΠltPuuQH–hthΠloωyΠnineHYieldsHReduωtionHofHo†HπyH·uningH
theHqleωtronHmffinityHofHtheHooHoenterVHACSgAppliedgMaterialsgoamp;gInterfacesTH2020THYZTHaZaYUaZad 9.5 22
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163 mtomiωUSωΠleHSpΠωingHπetweenHoopperHrΠωetsHforHtheHqleωtroωhemiωΠlHReduωtionHofHoΠrπonHpioxideVH
AdvancedgEnergygMaterialsTH2020THYXTHYeX[]Z[ 21.8 22

162 umpΠωtHofHlongUrΠngeHeleωtrostΠtiωHΠndHdispersiveHinterΠωtionsHonHtheoretiωΠlHprediωtionsHofH
ΠdsorptionHΠndHωΠtΠlysisHinHzeolitesVHCatalysisgTodayTH2018TH[YZTHaYUba 5.3 22

161 ourvyHstepsHforHdensityHmΠtrixHπΠsedHenergyHminimizΠtionfHtensorHformulΠtionHΠndHtoyHΠppliωΠtionsVH
MoleculargPhysicsTH2003THYXYTH[cU][ 1.7 22

160 —uΠdrΠtiωHooupledUolusterHpouπlesfHHumplementΠtionHΠndHmssessmentHofH–erfeωtH–ΠiringH†ptimizedH
seometriesâ� VHJournalgofgPhysicalgChemistrygBTH2002THYXbTHdXcXUdXcc 3.4 22

159 mmπientU·emperΠtureHtydrogenHStorΠgeHviΠHøΠnΠdiumPuuQUpihydrogenHoomplexΠtionHinHΠH
yetΠlU†rgΠniωHrrΠmeworkVHJournalgofgthegAmericangChemicalgSocietyTH2021THY][THbZ]dUbZab 16.4 22

158 ·hermodynΠmiωsHofHmnhΠrmoniωHSystemsfHönωoupledHyodeHmpproximΠtionsHforHyoleωulesVHJournalg
ofgChemicalgTheorygandgComputationTH2016THYZTHZdbYUcX 6.4 22

157 qffeωtiveHempiriωΠlHωorreωtionsHforHπΠsisHsetHsuperpositionHerrorHinHtheHdefZUSø–pHπΠsisfHgo–HΠndH
pr·UoVHJournalgofgChemicalgPhysicsTH2017THY]bTHZ[]YXa 3.9 21

156 RefinedHenergetiωHorderingHforHsulphΠteâ��wΠterHPnHiH[â��bQHωlustersHusingHhighUlevelHeleωtroniωH
struωtureHωΠlωulΠtionsVHMoleculargPhysicsTH2012THYYXTHZaY[UZaZY 1.7 21

155 mnHeffiωientHΠlgorithmHforHtheHgenerΠtionHofHtwoUeleωtronHrepulsionHintegrΠlsHoverHgΠussiΠnHπΠsisH
funωtionsVHInternationalgJournalgofgQuantumgChemistryTH2009TH[bTHZbeUZdX 2.1 21

154
qxploringHtheHωompetitionHπetweenHloωΠlizΠtionHΠndHdeloωΠlizΠtionHofHtheHneutrΠlHsolitonHdefeωtHinH
polyenylHωhΠinsHwithHtheHorπitΠlHoptimizedHseωondHorderHoppositeHspinHmethodVHJournalgofgChemicalg
PhysicsTH2012THY[bTHXa]YY[

3.9 21

153
rromHuntermoleωulΠrHunterΠωtionHqnergiesHΠndH†πservΠπleHShiftsHtoHoomponentHoontriπutionsHΠndH
nΠωkHmgΠinfHmH·ΠleHofHøΠriΠtionΠlHqnergyHpeωompositionHmnΠlysisVHAnnualgReviewgofgPhysicalg
ChemistryTH2021THcZTHb]YUbbb

15.7 21

152 yethΠneHStorΠgefHyoleωulΠrHyeωhΠnismsHönderlyingHRoomU·emperΠtureHmdsorptionHinH
₂n]†PnpoQ[HPy†rUaQVHJournalgofgPhysicalgChemistrygCTH2017THYZYTHYZXeYUYZYXX 3.8 20

151 olusterHdeωompositionHofHfullHωonfigurΠtionHinterΠωtionHwΠveHfunωtionsfHmHtoolHforHωhemiωΠlH
interpretΠtionHofHsystemsHwithHstrongHωorrelΠtionVHJournalgofgChemicalgPhysicsTH2017THY]cTHYa]YXa 3.9 20

150
üΠvefunωtionHstΠπilityHΠnΠlysisHwithoutHΠnΠlytiωΠlHeleωtroniωHtessiΠnsfHΠppliωΠtionHtoH
orπitΠlUoptimisedHseωondUorderHyˆ‚llerâ��–lessetHtheoryHΠndHøøYXUωontΠiningHdensityHfunωtionΠlsVH
MoleculargPhysicsTH2015THYY[THYdXZUYdXd

1.7 20

149 qnergyHdeωompositionHΠnΠlysisHforHexωiplexesHusingHΠπsolutelyHloωΠlizedHmoleωulΠrHorπitΠlsVHJournalg
ofgChemicalgPhysicsTH2018THY]dTHXb]YXa 3.9 20

148
mHfiniteHdifferenωeHpΠvidsonHproωedureHtoHsidestepHfullHΠπHinitioHhessiΠnHωΠlωulΠtionfHΠppliωΠtionHtoH
ωhΠrΠωterizΠtionHofHstΠtionΠryHpointsHΠndHtrΠnsitionHstΠteHseΠrωhesVHJournalgofgChemicalgPhysicsTH
2014THY]XTHYb]YYa

3.9 20

147 ·heH–oissonUnoltzmΠnnHmodelHforHimpliωitHsolvΠtionHofHeleωtrolyteHsolutionsfH—uΠntumHωhemiωΠlH
implementΠtionHΠndHΠssessmentHviΠHSeωhenovHωoeffiωientsVHJournalgofgChemicalgPhysicsTH2019THYaYTHZZ]YYY3.9 20

146 –roπingHnlueUShiftingHtydrogenHnondsHwithHmdiΠπΠtiωHqnergyHpeωompositionHmnΠlysisVHJournalgofg
PhysicalgChemistrygLettersTH2019THYXTH[deeU[eXa 6.4 19
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145 †zH·tqHr†Rym·u†zH†rHSuxmoYox†–R†–qzYxupqzqHPωUSioZtZQHmzpHu·SHR†xqHuzH·tqH
†Rsmz†Suxuo†zHotqyuS·RYHuzH·tqHuz·qRS·qxxmRHyqpuöyVHAstrophysicalgJournalTH2013THccXTH[[ 4.7 19

144 mssoωiΠtionHmeωhΠnismsHofHunsΠturΠtedHoZHhydroωΠrπonsHwithHtheirHωΠtionsfHΠωetyleneHΠndH
ethyleneVHPhysicalgChemistrygChemicalgPhysicsTH2013THYaTHZXYZUZ[ 3.6 19

143 mHstrΠtegyHforHoπtΠiningHΠHmoreHΠωωurΠteHtrΠnsitionHstΠteHestimΠteHusingHtheHgrowingHstringH
methodVHChemicalgPhysicsgLettersTH2010TH]d]TH[eZU[ed 2.5 19

142 –ΠrΠllelizΠtionHofHΠnΠlytiωΠlHtΠrtreeâ��roωkHΠndHdensityHfunωtionΠlHtheoryHtessiΠnHωΠlωulΠtionsVH–ΠrtH
ufHpΠrΠllelizΠtionHofHωoupledUperturπedHtΠrtreeâ��roωkHequΠtionsVHMoleculargPhysicsTH2002THYXXTHYcaaUYcbY 1.7 19

141
mωωurΠteHprediωtionHofHωoreUlevelHspeωtrΠHofHrΠdiωΠlsHΠtHdensityHfunωtionΠlHtheoryHωostHviΠHsquΠreH
grΠdientHminimizΠtionHΠndHreωouplingHofHmixedHωonfigurΠtionsVHJournalgofgChemicalgPhysicsTH2020TH
Ya[THY[]YXd

3.9 19

140 mHωomputΠtionΠlHstudyHofHotHstorΠgeHinHporousHfrΠmeworkHmΠteriΠlsHwithHmetΠlΠtedHlinkersfH
ωonneωtingHtheHΠtomistiωHωhΠrΠωterHofHotHπindingHsitesHtoHusΠπleHωΠpΠωityVHChemicalgScienceTH2016THcTH]aX[U]aYd9.4 19

139
yeωhΠnistiωHunsightsHintoHooHΠndHreH—uΠterpyridineUnΠsedHo†HReduωtionHoΠtΠlystsfHyetΠlUxigΠndH
†rπitΠlHunterΠωtionHΠsHtheHweyHprivingHrorωeHforHpistinωtH–ΠthwΠysVHJournalgofgthegAmericangChemicalg
SocietyTH2021THY][THc]]Ucb[

16.4 19

138
üellUπehΠvedHversusHillUπehΠvedHdensityHfunωtionΠlsHforHsingleHπondHdissoωiΠtionfHSepΠrΠtingH
suωωessHfromHdisΠsterHfunωtionΠlHπyHfunωtionΠlHforHstretωhedHtVHJournalgofgChemicalgPhysicsTH2019TH
YaXTHXe]YYa

3.9 18

137 qxplΠiningHtheHunωorporΠtionHofH†xygenHperivedHfromHSolventHüΠterHintoHtheH†xygenΠtedH–roduωtsH
ofHo†HReduωtionHoverHouVHJournalgofgthegAmericangChemicalgSocietyTH2019THY]YTH]YeYU]Ye[ 16.4 18

136 mssessingHeleωtroniωHstruωtureHΠpproΠωhesHforHgΠsUligΠndHinterΠωtionsHinHmetΠlUorgΠniωHfrΠmeworksfH
theHo†ZUπenzeneHωomplexVHJournalgofgChemicalgPhysicsTH2014THY]XTHYX]cXc 3.9 18

135 mHspΠrseHfrΠmeworkHforHtheHderivΠtionHΠndHimplementΠtionHofHfermionHΠlgeπrΠVHMoleculargPhysicsTH
2010THYXdTHaY[UaZZ 1.7 18

134 mHrΠstHumplementΠtionHofH–erfeωtH–ΠiringHΠndHumperfeωtH–ΠiringHösingHtheHResolutionHofHtheHudentityH
mpproximΠtionVHJournalgofgChemicalgTheorygandgComputationTH2006THZTH[XXUa 6.4 18

133 mnHexΠωtHreformulΠtionHofHtheHdiΠgonΠlizΠtionHstepHinHeleωtroniωHstruωtureHωΠlωulΠtionsHΠsHΠHsetHofH
seωondHorderHnonlineΠrHequΠtionsVHJournalgofgChemicalgPhysicsTH2004THYZXTHYX[ceUd] 3.9 18

132 önderstΠndingHnrˆ‚nstedUmωidHoΠtΠlyzedHyonomoleωulΠrHReΠωtionsHofHmlkΠnesHinH₂eoliteH–oresHπyH
oomπiningHunsightsHfromHqxperimentHΠndH·heoryVHChemPhysChemTH2018THYeTH[]YU[ad 3.2 18

131 ·rΠωingHtheHZbcHnmUunduωedHRΠdiωΠlHrormΠtionHinHpimethylHpisulfideHösingH·imeUResolvedHXUrΠyH
mπsorptionHSpeωtrosωopyVHJournalgofgPhysicalgChemistrygLettersTH2019THYXTHY[dZUY[dc 6.4 17

130 SolventHyediΠtedHqxωitedHStΠteH–rotonH·rΠnsferHinHundigoHoΠrmineVHJournalgofgPhysicalgChemistryg
LettersTH2020THYYTH]YabU]YbZ 6.4 17

129
oommuniωΠtionfHxptHdouπleHhyπridHfunωtionΠlsHωΠnHπeHquΠlitΠtivelyHinωorreωtHforHnonUequiliπriumH
geometriesfHpipoleHmomentHinversionHΠndHπΠrriersHtoHrΠdiωΠlUrΠdiωΠlHΠssoωiΠtionHusingHXYs[HΠndH
XYsvU†SVHJournalgofgChemicalgPhysicsTH2018THY]dTHYcYYXZ

3.9 17

128 yultiresolutionH[pUpensezetHforHohemiωΠlHShiftH–rediωtionHinHzyRHorystΠllogrΠphyVHJournalgofg
PhysicalgChemistrygLettersTH2019THYXTH]aadU]aba 6.4 17

(2019-2013)

17



127 ·ΠiloringHtheHoooperΠtiveHmωidâ��nΠseHqffeωtsHinHSiliωΠUSupportedHmmineHoΠtΠlystsfHmppliωΠtionsHinHtheH
oontinuousHsΠsU–hΠseHSelfUoondensΠtionHofHnUnutΠnΠlVHChemCatChemTH2014THbTHnWΠUnWΠ 5.2 17

126 yeωhΠnismsHofHtheHrormΠtionHofHmdenineTHsuΠnineTHΠndH·heirHmnΠloguesHinHöøUurrΠdiΠtedHyixedH
ztft†HyoleωulΠrHuωesHoontΠiningH–urineVHAstrobiologyTH2017THYcTHccYUcda 3.7 17

125 tighU·emperΠtureHtydrogenHStorΠgeHofHyultipleHyoleωulesfH·heoretiωΠlHunsightsHfromHyetΠlΠtedH
oΠteωholsVHChemPhysChemTH2017THYdTHYd]UYdd 3.2 17

124
tydroωΠrπonHgrowthHviΠHionUmoleωuleHreΠωtionsfHωomputΠtionΠlHstudiesHofHtheHisomersHofHoâ��tZâ��STH
oâ��tâ��SHΠndHoâ��tâ��SHΠndHtheirHformΠtionHpΠthsHfromHΠωetyleneHΠndHitsHfrΠgmentsVHPhysicalgChemistryg
ChemicalgPhysicsTH2015THYcTHYdaeUbe

3.6 17

123
·heHfirstHsolvΠtionHshellHofHmΠgnesiumHionHinHΠHmodelHproteinHenvironmentHwithHformΠteTHwΠterTHΠndH
XUzt[THtZSTHimidΠzoleTHformΠldehydeTHΠndHωhlorideHΠsHligΠndsfHΠnHmπHinitioHstudyVHProteins:gStructurevg
FunctiongandgBioinformaticsTH1995THZYTHZ]]Uaa

4.2 17

122 —uΠntifyingHtheHRoleHofH†rπitΠlHoontrΠωtionHinHohemiωΠlHnondingVHJournalgofgPhysicalgChemistryg
LettersTH2017THdTHYebcUYecZ 6.4 16

121
mπHinitioHdynΠmiωsHΠndHphotoionizΠtionHmΠssHspeωtrometryHreveΠlHionUmoleωuleHpΠthwΠysHfromH
ionizedHΠωetyleneHωlustersHtoHπenzeneHωΠtionVHProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaTH2017THYY]THq]YZaUq]Y[[

11.5 16

120 ·hirdU†rderHyˆ‚llerU–lessetH·heoryHyΠdeHyoreHösefulkH·heHRoleHofHpensityHrunωtionΠlH·heoryH
†rπitΠlsVHJournalgofgChemicalgTheorygandgComputationTH2020THYbTHc]c[Uc]de 6.4 16

119 unitiΠtingHmoleωulΠrHgrowthHinHtheHinterstellΠrHmediumHviΠHdimeriωHωomplexesHofHoπservedHionsHΠndH
moleωulesVHAstronomygandgAstrophysicsTH2011THa[aTHmc] 5.1 16

118 sroundHqleωtroniωHStΠteHofH–eptideHoΠtionHRΠdiωΠlsfHmHpeloωΠlizedHönpΠiredHqleωtronkVHJournalgofg
PhysicalgChemistrygLettersTH2011THZTHY]ZbUY][Y 6.4 16

117 unitiΠtionHofHqleωtroU†xidΠtionHofHo†HonH–tHnΠsedHqleωtrodesHΠtHrullHooverΠgeHoonditionsHSimulΠtedH
πyHmπHunitioHqleωtroniωHStruωtureHoΠlωulΠtionsVHJournalgofgPhysicalgChemistrygBTH2004THYXdTHedddUedeZ 3.4 16

116
ühΠtHusHtheHStruωtureHofHtheHzΠphthΠleneUnenzeneHteterodimerHRΠdiωΠlHoΠtionkHnindingHqnergyTH
ohΠrgeHpeloωΠlizΠtionTHΠndHönexpeωtedHohΠrgeU·rΠnsferHunterΠωtionHinHStΠωkedHpimerHΠndH·rimerH
RΠdiωΠlHoΠtionsVHJournalgofgPhysicalgChemistrygLettersTH2015THbTHYYYYUd

6.4 15

115 mttenuΠtedHy–ZHwithHΠHxongURΠngeHpispersionHoorreωtionHforH·reΠtingHzonπondedHunterΠωtionsVH
JournalgofgChemicalgTheorygandgComputationTH2015THYYTH]YaeUbd 6.4 15

114 SuzsxqHRqrqRqzoqHo†ö–xqpHoxöS·qRHmzpH–qR·öRnm·u†zH·tq†RuqSH†rHqxqo·R†zuoH
qXou·m·u†zHqzqRsuqSVHRecentgAdvancesgingComputationalTH1997THZZYUZa[ 15

113
øΠriΠtionΠlHrorwΠrdUnΠωkwΠrdHohΠrgeH·rΠnsferHmnΠlysisHnΠsedHonHmπsolutelyHxoωΠlizedHyoleωulΠrH
†rπitΠlsfHqnergetiωsHΠndHyoleωulΠrH–ropertiesVHJournalgofgChemicalgTheorygandgComputationTH2020TH
YbTHYXc[UYXde

6.4 15

112 qleωtroniωHstruωtureHωΠlωulΠtionsHpermitHidentifiωΠtionHofHtheHdrivingHforωesHπehindHfrequenωyHshiftsH
inHtrΠnsitionHmetΠlHmonoωΠrπonylsVHPhysicalgChemistrygChemicalgPhysicsTH2020THZZTHcdYUced 3.6 15

111 oostUeffeωtiveHdesωriptionHofHstrongHωorrelΠtionfHqffiωientHimplementΠtionsHofHtheHperfeωtH
quΠdruplesHΠndHperfeωtHhextuplesHmodelsVHJournalgofgChemicalgPhysicsTH2016THY]aTHY[]YYX 3.9 15

110 yeωhΠnismHΠndHwinetiωsHofHxightHmlkΠneHpehydrogenΠtionHΠndHorΠωkingHoverHusolΠtedHsΠHSpeωiesHinH
sΠWtUyruVHACSgCatalysisTH2021THYYTHZXbZUZXca 13.1 15
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109 yutuΠllyHpolΠrizΠπleH—yWyyHmodelHwithHinHsituHoptimizedHloωΠlizedHπΠsisHfunωtionsVHJournalgofg
ChemicalgPhysicsTH2019THYaXTHXc]YX[ 3.9 14

108 oomputΠtionΠlHStudyHofHΠnHuronPuuQH–olypyridineHqleωtroωΠtΠlystHforHo†HReduωtionfHweyHRolesHforH
untrΠmoleωulΠrHunterΠωtionsHinHo†HnindingHΠndH–rotonH·rΠnsferVHInorganicgChemistryTH2020THaeTHdY]bUdYbX5.1 14

107 nenωhmΠrkingHtheH–erformΠnωeHofHtheHReΠxrrHReΠωtiveHrorωeHrieldHonHtydrogenHoomπustionH
SystemsVHJournalgofgPhysicalgChemistrygATH2020THYZ]THab[YUab]a 2.8 14

106 qxperimentΠlHΠndHoomputΠtionΠlHStudiesHofHoΠrπonâ��oΠrπonHnondHrormΠtionHviΠHwetonizΠtionHΠndH
mldolHoondensΠtionHoverHSiteUusolΠtedH₂irωoniumHoΠtΠlystsVHACSgCatalysisTH2020THYXTH]abbU]ace 13.1 14

105
senerΠlizedHsingleHexωitΠtionHωonfigurΠtionHinterΠωtionfHΠnHinvestigΠtionHintoHtheHimpΠωtHofHtheH
inωlusionHofHnonUorthogonΠlityHonHtheHωΠlωulΠtionHofHωoreUexωitedHstΠtesVHPhysicalgChemistrygChemicalg
PhysicsTH2020THZZTHdYdZUdYeZ

3.6 14

104 rΠstHSpΠrseHoholeskyHpeωompositionHΠndHunversionHusingHzestedHpisseωtionHyΠtrixHReorderingVH
JournalgofgChemicalgTheorygandgComputationTH2011THcTH[aYUbd 6.4 14

103 oΠnHωoupledHωlusterHsinglesHΠndHdouπlesHπeHΠpproximΠtedHπyHΠHvΠlenωeHΠωtiveHspΠωeHmodelkVHJournalg
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