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414 RevisitingHtheHnondingHyodelHforHsoldPuQHSpeωiesfH·heHumportΠnωeHofH–ΠuliHRepulsionHReveΠledHinHΠH
soldPuQUoyωloπutΠdieneHoomplexVVHAngewandtegChemiegwgInternationalgEditionTH2022TH 16.4 3

413 †xygenHusotopeHqxωhΠngeHπetweenHoΠrπonHpioxideHΠndHuronH†xidesHonHyΠrsOHSurfΠωeVVHJournalgofg
PhysicalgChemistrygLettersTH2022THZbXXUZbXb 6.4

412 RelΠtivistiωH†rπitΠlU†ptimizedHpensityHrunωtionΠlH·heoryHforHmωωurΠteHooreUxevelHSpeωtrosωopyVVH
JournalgofgPhysicalgChemistrygLettersTH2022TH[][dU[]]e 6.4 5

411 oonωertedHqleωtronUzuωleΠrHyotionHinH–rotonUooupledHqleωtronH·rΠnsferUprivenHsrotthussU·ypeH
–rotonH·rΠnsloωΠtionVVHJournalgofgPhysicalgChemistrygLettersTH2022TH]]ceU]]da 6.4 0

410 mHπenωhmΠrkHdΠtΠsetHforHtydrogenHoomπustionVVHScientificgDataTH2022THeTHZYa 8.2 0

409
RegulΠrizedHSeωondU†rderHyˆ‚llerU–lessetH·heoryfHmHyoreHmωωurΠteHmlternΠtiveHtoHoonventionΠlH
y–ZHforHzonωovΠlentHunterΠωtionsHΠndH·rΠnsitionHyetΠlH·hermoωhemistryHforHtheHSΠmeH
oomputΠtionΠlHoostVVHJournalgofgPhysicalgChemistrygLettersTH2021THYZTHYZXd]UYZXec

6.4 6

408 StrippingHΠwΠyHionHhydrΠtionHshellsHinHeleωtriωΠlHdouπleUlΠyerHformΠtionfHüΠterHnetworksHmΠtterVH
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTH2021THYYdTH 11.5 7

407 pissoωiΠtionHofHtolHinHwΠterHnΠnoωlustersfHΠnHenergyHdeωompositionHΠnΠlysisHperspeωtiveVHPhysicalg
ChemistrygChemicalgPhysicsTH2021THZ[THZbc[cUZbc]e 3.6 0

406 †ptimizedH–seudopotentiΠlsHΠndHnΠsisHSetsHforHSemiempiriωΠlHpensityHrunωtionΠlH·heoryHforH
qleωtroωΠtΠlysisHmppliωΠtionsVHJournalgofgPhysicalgChemistrygLettersTH2021THYZTHYX[X]UYX[Xe 6.4 3

405
mpproΠωhingHtheHπΠsisHsetHlimitHinHsΠussiΠnUorπitΠlUπΠsedHperiodiωHωΠlωulΠtionsHwithHtrΠnsferΠπilityfH
–erformΠnωeHofHpureHdensityHfunωtionΠlsHforHsimpleHsemiωonduωtorsVHJournalgofgChemicalgPhysicsTH
2021THYaaTHYb]YXZ

3.9 4

404
orossedHneΠmHqxperimentsHΠndHoomputΠtionΠlHStudiesHofH–ΠthwΠysHtoHtheH–repΠrΠtionHofHSingletH
qthynylsilyleneHPtooSitgHXmOQfH·heHSilΠωΠrπeneHoounterpΠrtHofH·ripletH–ropΠrgyleneHPtoootgHXnQVH
JournalgofgPhysicalgChemistrygLettersTH2021THYZTHYXcbdUYXccb

6.4 2

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

402 oontrolledHSingleUqleωtronH·rΠnsferHviΠHyetΠlUxigΠndHoooperΠtivityHprivesHpivergentH
ziωkelUqleωtroωΠtΠlyzedHRΠdiωΠlH–ΠthwΠysVHJournalgofgthegAmericangChemicalgSocietyTH2021THY][THbeeXUcXXY16.4 11

401
rromHuntermoleωulΠrHunterΠωtionHqnergiesHΠndH†πservΠπleHShiftsHtoHoomponentHoontriπutionsHΠndH
nΠωkHmgΠinfHmH·ΠleHofHøΠriΠtionΠlHqnergyHpeωompositionHmnΠlysisVHAnnualgReviewgofgPhysicalg
ChemistryTH2021THcZTHb]YUbbb

15.7 21

400 mssessmentHofH–erformΠnωeHofHpensityHrunωtionΠlsHforH–rediωtingH–otentiΠlHqnergyHourvesHinH
tydrogenHStorΠgeHmppliωΠtionsVHJournalgofgPhysicalgChemistrygATH2021THYZaTH]Z]aU]Zac 2.8 0

399 ReveΠlingHtheHnΠtureHofHeleωtronHωorrelΠtionHinHtrΠnsitionHmetΠlHωomplexesHwithHsymmetryHπreΠkingH
ΠndHωhemiωΠlHintuitionVHJournalgofgChemicalgPhysicsTH2021THYa]THYe]YXe 3.9 9

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

MartintHead-Gordon

2



397 ·woUooordinΠteHuronPuQHoomplexesHonHtheHqdgeHofHStΠπilityfHunfluenωeHofHpispersionHΠndHSteriωH
qffeωtsVHOrganometallicsTH2021TH]XTHYcadUYcb] 3.8 2

396 yodelingHyoleωulesHunderH–ressureHwithHsΠussiΠnH–otentiΠlsVHJournalgofgChemicalgTheorygandg
ComputationTH2021THYcTHad[Uaec 6.4 5

395 mHnonUperturπΠtiveHpΠirwiseUΠdditiveHΠnΠlysisHofHωhΠrgeHtrΠnsferHωontriπutionsHtoHintermoleωulΠrH
interΠωtionHenergiesVHPhysicalgChemistrygChemicalgPhysicsTH2021THZ[THeZdUe][ 3.6 7

394 SiloxyΠluminΠteHΠndHSiloxygΠllΠteHoomplexesHΠsHyodelsHforHrrΠmeworkHΠndH–ΠrtiΠllyHtydrolyzedH
rrΠmeworkHSitesHinH₂eolitesHΠndH₂eotypesVHChemistrygwgAgEuropeangJournalTH2021THZcTH[XcU[Ya 4.8 2

393
yeωhΠnistiωHunsightsHintoHooHΠndHreH—uΠterpyridineUnΠsedHo†HReduωtionHoΠtΠlystsfHyetΠlUxigΠndH
†rπitΠlHunterΠωtionHΠsHtheHweyHprivingHrorωeHforHpistinωtH–ΠthwΠysVHJournalgofgthegAmericangChemicalg
SocietyTH2021THY][THc]]Ucb[

16.4 19

392 –olishingHtheHsoldHStΠndΠrdfH·heHRoleHofH†rπitΠlHohoiωeHinHooSpP·QHøiπrΠtionΠlHrrequenωyH
–rediωtionVHJournalgofgChemicalgTheorygandgComputationTH2021THYcTHc]ZUcaa 6.4 6

391 ohΠllengesHforHdensityHfunωtionΠlHtheoryfHωΠlωulΠtionHofHo†HΠdsorptionHonHeleωtroωΠtΠlytiωΠllyH
relevΠntHmetΠlsVHPhysicalgChemistrygChemicalgPhysicsTH2021THZ[THe[e]Ue]Xb 3.6 8

390 qleωtronUzuωleΠrHpynΠmiωsHmωωompΠnyingH–rotonUooupledHqleωtronH·rΠnsferVHJournalgofgtheg
AmericangChemicalgSocietyTH2021THY][TH[YX]U[YYZ 16.4 14

389 yeωhΠnismHΠndHwinetiωsHofHxightHmlkΠneHpehydrogenΠtionHΠndHorΠωkingHoverHusolΠtedHsΠHSpeωiesHinH
sΠWtUyruVHACSgCatalysisTH2021THYYTHZXbZUZXca 13.1 15

388
·ooHπigTHtooHsmΠllTHorHjustHrightkHmHπenωhmΠrkHΠssessmentHofHdensityHfunωtionΠlHtheoryHforH
prediωtingHtheHspΠtiΠlHextentHofHtheHeleωtronHdensityHofHsmΠllHωhemiωΠlHsystemsVHJournalgofgChemicalg
PhysicsTH2021THYa]THXc]YXe

3.9 9

387 oritiωΠlHRoleHofH·hermΠlHrluωtuΠtionsHforHo†HnindingHonHqleωtroωΠtΠlytiωHyetΠlHSurfΠωesVHJacsgAuTH
2021THYTHYcXdUYcYd 5

386 qxploringHspinHsymmetryUπreΠkingHeffeωtsHforHstΠtiωHfieldHionizΠtionHofHΠtomsfHusHthereHΠnHΠnΠlogHtoH
theHooulsonUrisωherHpointHinHπondHdissoωiΠtionkVHJournalgofgChemicalgPhysicsTH2021THYaaTHXY][Xe 3.9 1

385 SoftwΠreHforHtheHfrontiersHofHquΠntumHωhemistryfHmnHoverviewHofHdevelopmentsHinHtheH—UohemHaH
pΠωkΠgeVHJournalgofgChemicalgPhysicsTH2021THYaaTHXd]dXY 3.9 115

384 qffeωtiveH·woUnodyHunterΠωtionsVHJournalgofgPhysicalgChemistrygATH2021THYZaTHccaXUccad 2.8 2

383
qxploringHtheHximitsHofHSeωondUHΠndH·hirdU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoriesHforH
zonωovΠlentHunterΠωtionsfHRevisitingHy–ZVaHΠndHmssessingHtheHumportΠnωeHofHRegulΠrizΠtionHΠndH
ReferenωeH†rπitΠlsVHJournalgofgChemicalgTheorygandgComputationTH2021THYcTHaadZUaaee

6.4 2

382 ·heHRoleHofHRougheningHtoHqnhΠnωeHSeleωtivityHtoHoZSH–roduωtsHduringHo†ZHqleωtroreduωtionHonH
oopperVHACSgEnergygLettersTH2021THbTH[ZaZU[ZbX 20.1 4

381 †πservΠtionHofHΠnHuntermediΠteHtoHtHnindingHinHΠHyetΠlU†rgΠniωHrrΠmeworkVHJournalgofgtheg
AmericangChemicalgSocietyTH2021THY][THY]dd]UY]de] 16.4 8

380 oomputΠtionΠlHyodelingH–rediωtsHtheHStΠπilityHofHnothH–dHΠndH–dHuonUqxωhΠngedHintoHtUotmVH
JournalgofgMaterialsgChemistrygATH2021THeTHZYbYUZYc] 13 9

(2021-2021)
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379 ·hirdU†rderHyˆ‚llerU–lessetH·heoryHyΠdeHyoreHösefulkH·heHRoleHofHpensityHrunωtionΠlH·heoryH
†rπitΠlsVHJournalgofgChemicalgTheorygandgComputationTH2020THYbTHc]c[Uc]de 6.4 16

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

377
–roπingHrΠdiωΠlUmoleωuleHinterΠωtionsHwithHΠHseωondHgenerΠtionHenergyHdeωompositionHΠnΠlysisHofH
pr·HωΠlωulΠtionsHusingHΠπsolutelyHloωΠlizedHmoleωulΠrHorπitΠlsVHPhysicalgChemistrygChemicalgPhysicsTH
2020THZZTHYZdbcUYZdda

3.6 12

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

375 nimetΠlliωHyeωhΠnismHforHmlkyneHoyωlotrimerizΠtionHwithHΠH·woUooordinΠteHreH–reωΠtΠlystVHACSg
CatalysisTH2020THYXTHcdXXUcdXc 13.1 3

374 ·heHruptureHmeωhΠnismHofHruπredoxinHisHmoreHωomplexHthΠnHpreviouslyHthoughtVHChemicalgScienceTH
2020THYYTHbX[bUbX]] 9.4 0

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

372 oompressedHintrΠmoleωulΠrHdispersionHinterΠωtionsVHJournalgofgChemicalgPhysicsTH2020THYaZTHXZ]YYZ 3.9 1

371 yodernHmpproΠωhesHtoHqxΠωtHpiΠgonΠlizΠtionHΠndHSeleωtedHoonfigurΠtionHunterΠωtionHwithHtheH
mdΠptiveHSΠmplingHouHyethodVHJournalgofgChemicalgTheorygandgComputationTH2020THYbTHZY[eUZYae 6.4 43

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

369
pensityHrunωtionΠlsHforHtydrogenHStorΠgefHpefiningHtheHtZnindZcaH·estHSetHwithHmπHunitioH
nenωhmΠrksHΠndHmssessmentHofHaaHrunωtionΠlsVHJournalgofgChemicalgTheorygandgComputationTH2020TH
YbTH]eb[U]edZ

6.4 7

368 oΠtionTHmnionTHΠndHRΠdiωΠlHusomersHofHotzfHoomputΠtionΠlHohΠrΠωterizΠtionHΠndHumpliωΠtionsHforH
mstrophysiωΠlHΠndH–lΠnetΠryHqnvironmentsVHJournalgofgPhysicalgChemistrygATH2020THYZ]THZXXYUZXY[ 2.8 6

367 omSSorHwithHqxtremelyHxΠrgeHmωtiveHSpΠωesHösingHtheHmdΠptiveHSΠmplingHoonfigurΠtionHunterΠωtionH
yethodVHJournalgofgChemicalgTheorygandgComputationTH2020THYbTHZ[]XUZ[a] 6.4 44

366 teterogenizedH–yridineUSuπstitutedHooπΠltPuuQH–hthΠloωyΠnineHYieldsHReduωtionHofHo†HπyH·uningH
theHqleωtronHmffinityHofHtheHooHoenterVHACSgAppliedgMaterialsgoamp;gInterfacesTH2020THYZTHaZaYUaZad 9.5 22

365 mtomiωUSωΠleHSpΠωingHπetweenHoopperHrΠωetsHforHtheHqleωtroωhemiωΠlHReduωtionHofHoΠrπonHpioxideVH
AdvancedgEnergygMaterialsTH2020THYXTHYeX[]Z[ 21.8 22

364
qxωitedHStΠteH†rπitΠlH†ptimizΠtionHviΠHyinimizingHtheHSquΠreHofHtheHsrΠdientfHsenerΠlHmpproΠωhH
ΠndHmppliωΠtionHtoHSinglyHΠndHpouπlyHqxωitedHStΠtesHviΠHpensityHrunωtionΠlH·heoryVHJournalgofg
ChemicalgTheorygandgComputationTH2020THYbTHYbeeUYcYX

6.4 65

363
senerΠlizedHsingleHexωitΠtionHωonfigurΠtionHinterΠωtionfHΠnHinvestigΠtionHintoHtheHimpΠωtHofHtheH
inωlusionHofHnonUorthogonΠlityHonHtheHωΠlωulΠtionHofHωoreUexωitedHstΠtesVHPhysicalgChemistrygChemicalg
PhysicsTH2020THZZTHdYdZUdYeZ

3.6 14

362 olΠrifyingHtheHquΠntumHmeωhΠniωΠlHoriginHofHtheHωovΠlentHωhemiωΠlHπondVHNaturegCommunicationsTH
2020THYYTH]de[ 17.4 9

MartintHead-Gordon

4



361
tighlyHmωωurΠteH–rediωtionHofHooreHSpeωtrΠHofHyoleωulesHΠtHpensityHrunωtionΠlH·heoryHoostfH
mttΠiningHSuπUeleωtronvoltHqrrorHfromHΠHRestriωtedH†penUShellHwohnUShΠmHmpproΠωhVHJournalgofg
PhysicalgChemistrygLettersTH2020THYYTHccaUcdb

6.4 43

360
øΠriΠtionΠlHrorwΠrdUnΠωkwΠrdHohΠrgeH·rΠnsferHmnΠlysisHnΠsedHonHmπsolutelyHxoωΠlizedHyoleωulΠrH
†rπitΠlsfHqnergetiωsHΠndHyoleωulΠrH–ropertiesVHJournalgofgChemicalgTheorygandgComputationTH2020TH
YbTHYXc[UYXde

6.4 15

359 qleωtroniωHstruωtureHωΠlωulΠtionsHpermitHidentifiωΠtionHofHtheHdrivingHforωesHπehindHfrequenωyHshiftsH
inHtrΠnsitionHmetΠlHmonoωΠrπonylsVHPhysicalgChemistrygChemicalgPhysicsTH2020THZZTHcdYUced 3.6 15

358
SystemΠtiωΠllyHumprovΠπleH·ensorHtyperωontrΠωtionfHunterpolΠtiveHSepΠrΠπleHpensityUrittingHforH
yoleωulesHmppliedHtoHqxΠωtHqxωhΠngeTHSeωondUHΠndH·hirdU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoryVH
JournalgofgChemicalgTheorygandgComputationTH2020THYbTHZ][UZb[

6.4 25

357 rΠωingHtheHohΠllengesHofHnorderlineH†xidΠtionHStΠteHmssignmentsHösingHStΠteUofUtheUmrtH
oomputΠtionΠlHyethodsVHInorganicgChemistryTH2020THaeTHYa]YXUYa]ZX 5.1 8

356 ·heHsroundHStΠteHqleωtroniωHqnergyHofHnenzeneVHJournalgofgPhysicalgChemistrygLettersTH2020THYYTHdeZZUdeZe6.4 52

355
mωωurΠteHprediωtionHofHωoreUlevelHspeωtrΠHofHrΠdiωΠlsHΠtHdensityHfunωtionΠlHtheoryHωostHviΠHsquΠreH
grΠdientHminimizΠtionHΠndHreωouplingHofHmixedHωonfigurΠtionsVHJournalgofgChemicalgPhysicsTH2020TH
Ya[THY[]YXd

3.9 19

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

353
–rediωtingHqxωitΠtionHqnergiesHofH·wistedHuntrΠmoleωulΠrHohΠrgeU·rΠnsferHStΠtesHwithHtheH
·imeUpependentHpensityHrunωtionΠlH·heoryfHoompΠrisonHwithHqxperimentΠlHyeΠsurementsHinHtheH
sΠsH–hΠseHΠndHSolventsHRΠngingHfromHtexΠnesHtoHmωetonitrileVHJournalgofgChemicalgTheorygandg
ComputationTH2020THYbTHbZ]]UbZaa

6.4 10

352 yoleωulΠrHgrowthHuponHionizΠtionHofHvΠnHderHüΠΠlsHωlustersHωontΠiningHtootHΠndHtozHisHΠHpΠthwΠyH
toHpreπiotiωHmoleωulesVHPhysicalgChemistrygChemicalgPhysicsTH2020THZZTHZX[[cUZX[]d 3.6 5

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

350
ühΠtHxevelsHofHooupledHolusterH·heoryHmreHmppropriΠteHforH·rΠnsitionHyetΠlHSystemskHmHStudyH
ösingHzeΠrUqxΠωtH—uΠntumHohemiωΠlHøΠluesHforH[dH·rΠnsitionHyetΠlHninΠryHoompoundsVHJournalgofg
ChemicalgTheorygandgComputationTH2019THYaTHa[cXUa[da

6.4 22

349 wohnUShΠmHpensityHrunωtionΠlH·heoryHwithHoomplexTHSpinURestriωtedH†rπitΠlsfHmωωessingHΠHzewH
olΠssHofHpensitiesHwithoutHtheHSymmetryHpilemmΠVHPhysicalgReviewgLettersTH2019THYZ[THYY[XXY 7.4 13

348
–roπingHsolvΠtionHΠndHreΠωtivityHinHionizedHpolyωyωliωHΠromΠtiωHhydroωΠrπonUwΠterHωlustersHwithH
photoionizΠtionHmΠssHspeωtrometryHΠndHeleωtroniωHstruωtureHωΠlωulΠtionsVHFaradaygDiscussionsTH2019TH
ZYcTH]Y]U][[

3.6 9

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

346
mssessingHqleωtroniωHStruωtureHyethodsHforHxongURΠngeH·hreeUnodyHpispersionHunterΠωtionsfH
mnΠlysisHΠndHoΠlωulΠtionsHonHüellUSepΠrΠtedHyetΠlHmtomH·rimersVHJournalgofgChemicalgTheorygandg
ComputationTH2019THYaTH][aYU][bY

6.4 6

345 –roπingHnlueUShiftingHtydrogenHnondsHwithHmdiΠπΠtiωHqnergyHpeωompositionHmnΠlysisVHJournalgofg
PhysicalgChemistrygLettersTH2019THYXTH[deeU[eXa 6.4 19

344 ₂eoliteUoΠtΠlyzedHusoπuteneHmminΠtionfHyeωhΠnismHΠndHwinetiωsVHACSgCatalysisTH2019THeTHcXYZUcXZZ 13.1 8

(2019-2020)
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343 zonU†rthogonΠlHoonfigurΠtionHunterΠωtionHwithHSingleHSuπstitutionsHforHooreUqxωitedHStΠtesfHmnH
qxtensionHtoHpouπletHRΠdiωΠlsVHJournalgofgChemicalgTheorygandgComputationTH2019THYaTHZebbUZec[ 6.4 29

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

341 yutuΠllyHpolΠrizΠπleH—yWyyHmodelHwithHinHsituHoptimizedHloωΠlizedHπΠsisHfunωtionsVHJournalgofg
ChemicalgPhysicsTH2019THYaXTHXc]YX[ 3.9 14

340
üellUπehΠvedHversusHillUπehΠvedHdensityHfunωtionΠlsHforHsingleHπondHdissoωiΠtionfHSepΠrΠtingH
suωωessHfromHdisΠsterHfunωtionΠlHπyHfunωtionΠlHforHstretωhedHtVHJournalgofgChemicalgPhysicsTH2019TH
YaXTHXe]YYa

3.9 18

339 pistinguishingHΠrtifiωiΠlHΠndHessentiΠlHsymmetryHπreΠkingHinHΠHsingleHdeterminΠntfHΠpproΠωhHΠndH
ΠppliωΠtionHtoHtheHoTHoTHΠndHoHfullerenesVHPhysicalgChemistrygChemicalgPhysicsTH2019THZYTH]cb[U]ccd 3.6 31

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

337 pevelopmentHofHΠnHmdvΠnωedHrorωeHrieldHforHüΠterHösingHøΠriΠtionΠlHqnergyHpeωompositionH
mnΠlysisVHJournalgofgChemicalgTheorygandgComputationTH2019THYaTHaXXYUaXY[ 6.4 27

336
·woHsingleUreferenωeHΠpproΠωhesHtoHsingletHπirΠdiωΠloidHproπlemsfHoomplexTHrestriωtedHorπitΠlsHΠndH
ΠpproximΠteHspinUprojeωtionHωomπinedHwithHregulΠrizedHorπitΠlUoptimizedHyˆ‚llerU–lessetH
perturπΠtionHtheoryVHJournalgofgChemicalgPhysicsTH2019THYaXTHZ]]YXb

3.9 30

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

334 ohemoenzymΠtiωH–lΠtformHforHSynthesisHofHohirΠlH†rgΠnofluorinesHnΠsedHonH·ypeHuuHmldolΠsesVH
AngewandtegChemieTH2019THY[YTHYYebcUYYecY 3.6 7

333 sΠsHphΠseHformΠtionHofHωUSioHmoleωulesHinHtheHωirωumstellΠrHenvelopeHofHωΠrπonHstΠrsVHProceedingsg
ofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTH2019THYYbTHY]]cYUY]]cd 11.5 11

332
·hirdU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoryHyΠdeHösefulkHohoiωeHofH†rπitΠlsHΠndHSωΠlingH
sreΠtlyHumprovesHmωωurΠωyHforH·hermoωhemistryTHwinetiωsTHΠndHuntermoleωulΠrHunterΠωtionsVHJournalg
ofgPhysicalgChemistrygLettersTH2019THYXTH]YcXU]Ycb

6.4 24

331
qnergyHpeωompositionHmnΠlysisHforHunterΠωtionsHofHRΠdiωΠlsfH·heoryHΠndHumplementΠtionHΠtHtheHy–ZH
xevelHwithHmppliωΠtionHtoHtydrΠtionHofHtΠlogenΠtedHnenzeneHoΠtionsHΠndHoomplexesHπetweenHo†´•H
ΠndH–yridineHΠndHumidΠzoleVHJournalgofgPhysicalgChemistrygATH2019THYZ[THebZYUeb[[

2.8 8

330 —uΠntumHohemiωΠlHyodelingHofH–ressureUunduωedHSpinHorossoverHinH†ωtΠhedrΠlHyetΠlUxigΠndH
oomplexesVHChemPhysChemTH2019THZXTHZc]ZUZc]c 3.2 9

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

328 neyondHtheHooulsonUrisωherHpointfHωhΠrΠωterizingHsingleHexωitΠtionHouHΠndH·ppr·HforHexωitedHstΠtesH
inHsingleHπondHdissoωiΠtionsVHPhysicalgChemistrygChemicalgPhysicsTH2019THZYTHZYcbYUZYcca 3.6 12

327 yΠkingHmΠnyUπodyHinterΠωtionsHneΠrlyHpΠirwiseHΠdditivefH·heHpolΠrizedHmΠnyUπodyHexpΠnsionH
ΠpproΠωhVHJournalgofgChemicalgPhysicsTH2019THYaYTHYe]YXY 3.9 10

326
qxωitedHstΠtesHviΠHωoupledHωlusterHtheoryHwithoutHequΠtionUofUmotionHmethodsfHSeekingHhigherH
rootsHwithHΠppliωΠtionHtoHdouπlyHexωitedHstΠtesHΠndHdouπleHωoreHholeHstΠtesVHJournalgofgChemicalg
PhysicsTH2019THYaYTHZY]YX[

3.9 26

MartintHead-Gordon
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325 yeωhΠnismHΠndHwinetiωsHofH–ropΠneHpehydrogenΠtionHΠndHorΠωkingHoverHsΠWtUyruH–repΠredHviΠH
øΠporU–hΠseHqxωhΠngeHofHtUyruHwithHsΠolVHJournalgofgthegAmericangChemicalgSocietyTH2019THY]YTHYbY]UYbZc16.4 58

324 –ushHitHtoHtheHlimitfHωompΠringHperiodiωHΠndHloωΠlHΠpproΠωhesHtoHdensityHfunωtionΠlHtheoryHforH
intermoleωulΠrHinterΠωtionsVHMoleculargPhysicsTH2019THYYcTHYZedUY[Xa 1.7 3

323 ohΠllengesHinHyodelingHqleωtroωhemiωΠlHReΠωtionHqnergetiωsHwithH–olΠrizΠπleHoontinuumHyodelsVH
ACSgCatalysisTH2019THeTHeZXUe[Y 13.1 100

322 senerΠlizedHönitΠryHooupledHolusterHüΠveHfunωtionsHforH—uΠntumHoomputΠtionVHJournalgofg
ChemicalgTheorygandgComputationTH2019THYaTH[YYU[Z] 6.4 118

321 önderstΠndingHnrˆ‚nstedUmωidHoΠtΠlyzedHyonomoleωulΠrHReΠωtionsHofHmlkΠnesHinH₂eoliteH–oresHπyH
oomπiningHunsightsHfromHqxperimentHΠndH·heoryVHChemPhysChemTH2018THYeTH[[dU[[d 3.2

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

319 qnergyHdeωompositionHΠnΠlysisHforHexωiplexesHusingHΠπsolutelyHloωΠlizedHmoleωulΠrHorπitΠlsVHJournalg
ofgChemicalgPhysicsTH2018THY]dTHXb]YXa 3.9 20

318 umpΠωtHofHlongUrΠngeHeleωtrostΠtiωHΠndHdispersiveHinterΠωtionsHonHtheoretiωΠlHprediωtionsHofH
ΠdsorptionHΠndHωΠtΠlysisHinHzeolitesVHCatalysisgTodayTH2018TH[YZTHaYUba 5.3 22

317 usHSuπsurfΠωeH†xygenHzeωessΠryHforHtheHqleωtroωhemiωΠlHReduωtionHofHo†HonHoopperkVHJournalgofg
PhysicalgChemistrygLettersTH2018THeTHbXYUbXb 6.4 93

316 yeωhΠnismHofHo†ZHReduωtionHΠtHoopperHSurfΠωesfH–ΠthwΠysHtoHoZH–roduωtsVHACSgCatalysisTH2018THdTHY]eXUY]ee13.1 377

315 towHmωωurΠteHusHpensityHrunωtionΠlH·heoryHΠtH–rediωtingHpipoleHyomentskHmnHmssessmentHösingHΠH
zewHpΠtΠπΠseHofHZXXHnenωhmΠrkHøΠluesVHJournalgofgChemicalgTheorygandgComputationTH2018THY]THYebeUYedY6.4 119

314 zonUorthogonΠlHωonfigurΠtionHinterΠωtionHwithHsingleHsuπstitutionsHforHtheHωΠlωulΠtionHofH
ωoreUexωitedHstΠtesVHJournalgofgChemicalgPhysicsTH2018THY]eTHX]]YYb 3.9 36

313
qffiωientHumplementΠtionHofHz†ouUy–ZHösingHtheHResolutionHofHtheHudentityHmpproximΠtionHwithH
mppliωΠtionHtoHohΠrgedHpimersHΠndHxongHoUoHnondsHinHqthΠneHperivΠtivesVHJournalgofgChemicalg
TheorygandgComputationTH2018THY]TH]ceYU]dXa

6.4 13

312 towHΠωωurΠteHΠreHstΠtiωHpolΠrizΠπilityHprediωtionsHfromHdensityHfunωtionΠlHtheorykHmnHΠssessmentH
overHY[ZHspeωiesHΠtHequiliπriumHgeometryVHPhysicalgChemistrygChemicalgPhysicsTH2018THZXTHYedXXUYedYX 3.6 60

311 önderstΠndingHzonUoovΠlentHunterΠωtionsfHoorrelΠtedHqnergyHpeωompositionHmnΠlysisHΠndH
mppliωΠtionsHtoHtΠlogenHnondingVHChimiaTH2018THcZTHYe[UYed 1.3 6

310 zonempiriωΠlHyetΠUsenerΠlizedHsrΠdientHmpproximΠtionsHforHyodelingHohemisorptionHΠtHyetΠlH
SurfΠωesVHJournalgofgChemicalgTheorygandgComputationTH2018THY]TH[Xd[U[XeX 6.4 13

309
oommuniωΠtionfHxptHdouπleHhyπridHfunωtionΠlsHωΠnHπeHquΠlitΠtivelyHinωorreωtHforHnonUequiliπriumH
geometriesfHpipoleHmomentHinversionHΠndHπΠrriersHtoHrΠdiωΠlUrΠdiωΠlHΠssoωiΠtionHusingHXYs[HΠndH
XYsvU†SVHJournalgofgChemicalgPhysicsTH2018THY]dTHYcYYXZ

3.9 17

308 mnHΠssessmentHofHstrΠtegiesHforHtheHdevelopmentHofHsolidUstΠteHΠdsorπentsHforHvehiωulΠrHhydrogenH
storΠgeVHEnergygandgEnvironmentalgScienceTH2018THYYTHZcd]UZdYZ 35.4 97

(2018-2019)
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307 nimoleωulΠrHReΠωtionHpynΠmiωsHinHtheH–henylUSilΠneHSystemfHqxploringHtheH–rototypeHofHΠHRΠdiωΠlH
SuπstitutionHyeωhΠnismVHJournalgofgPhysicalgChemistrygLettersTH2018THeTHaY[aUaY]Z 6.4 2

306
RegulΠrizedH†rπitΠlU†ptimizedHSeωondU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoryfHmHReliΠπleH
rifthU†rderUSωΠlingHqleωtronHoorrelΠtionHyodelHwithH†rπitΠlHqnergyHpependentHRegulΠrizersVH
JournalgofgChemicalgTheorygandgComputationTH2018THY]THaZX[UaZYe

6.4 56

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

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

303 ohΠrΠωterizingHtheHinterplΠyHofH–ΠuliHrepulsionTHeleωtrostΠtiωsTHdispersionHΠndHωhΠrgeHtrΠnsferHinH
hΠlogenHπondingHwithHenergyHdeωompositionHΠnΠlysisVHPhysicalgChemistrygChemicalgPhysicsTH2018THZXTHeXaUeYa3.6 123

302 †rπitΠlHoptimisΠtionHinHtheHperfeωtHpΠiringHhierΠrωhyfHΠppliωΠtionsHtoHfullUvΠlenωeHωΠlωulΠtionsHonH
lineΠrHpolyΠωenesVHMoleculargPhysicsTH2018THYYbTHa]cUabX 1.7 10

301
undependentHΠmplitudeHΠpproximΠtionsHinHωoupledHωlusterHvΠlenωeHπondHtheoryfHunωorporΠtionHofH
[UeleωtronUpΠirHωorrelΠtionHΠndHΠppliωΠtionHtoHspinHfrustrΠtionHinHtheHlowUlyingHexωitedHstΠtesHofHΠH
ferredoxinUtypeHtetrΠmetΠlliωHironUsulfurHωlusterVHJournalgofgChemicalgPhysicsTH2018THY]eTHY]]YX[

3.9 5

300
†penUshellHωoupledUωlusterHvΠlenωeUπondHtheoryHΠugmentedHwithHΠnHindependentHΠmplitudeH
ΠpproximΠtionHforHthreeUpΠirHωorrelΠtionsfHmppliωΠtionHtoHΠHmodelHoxygenUevolvingHωomplexHΠndH
singleHmoleωulΠrHmΠgnetVHJournalgofgChemicalgPhysicsTH2018THY]eTHZ]]YZY

3.9 11

299 peloωΠlizΠtionHqrrorsHinHpensityHrunωtionΠlH·heoryHmreHqssentiΠllyH—uΠdrΠtiωHinHrrΠωtionΠlH
†ωωupΠtionHzumπerVHJournalgofgPhysicalgChemistrygLettersTH2018THeTHbZdXUbZdd 6.4 45

298
qnergyHpeωompositionHmnΠlysisHforHqxωimersHösingHmπsolutelyHxoωΠlizedHyoleωulΠrH†rπitΠlsHwithinH
·imeUpependentHpensityHrunωtionΠlH·heoryHΠndHoonfigurΠtionHunterΠωtionHwithHSingleHqxωitΠtionsVH
JournalgofgChemicalgTheorygandgComputationTH2018THY]THaYabUaYbd

6.4 12

297 ResonΠnωeUstΠπilizedHhydroωΠrπonUrΠdiωΠlHωhΠinHreΠωtionsHmΠyHexplΠinHsootHinωeptionHΠndHgrowthVH
ScienceTH2018TH[bYTHeecUYXXX 33.3 286

296 ReΠωtionHmeωhΠnismHofHtheHseleωtiveHreduωtionHofHo†HtoHo†HπyHΠHtetrΠΠzΠH₄oozt−HωomplexHinHtheH
presenωeHofHprotonsVHPhysicalgChemistrygChemicalgPhysicsTH2018THZXTHZ]XadUZ]Xb] 3.6 11

295 önrΠvelingHsuπstituentHeffeωtsHonHfrontierHorπitΠlsHofHωonjugΠtedHmoleωulesHusingHΠnHΠπsolutelyH
loωΠlizedHmoleωulΠrHorπitΠlHπΠsedHΠnΠlysisVHChemicalgScienceTH2018THeTHdaedUdbXc 9.4 29

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

293 oomputΠtionΠlHyodelingHofHtheHzΠtureHΠndHRoleHofHsΠHSpeωiesHforHxightHmlkΠneHpehydrogenΠtionH
oΠtΠlyzedHπyHsΠWtUyruVHACSgCatalysisTH2018THdTHbY]bUbYbZ 13.1 53

292
ooupledUolusterHøΠlenωeUnondHSinglesHΠndHpouπlesHforHStronglyHoorrelΠtedHSystemsfHnloωkU·ensorH
nΠsedHumplementΠtionHΠndHmppliωΠtionHtoH†ligoΠωenesVHJournalgofgChemicalgTheorygandgComputation
TH2017THY[THbXZUbYa

6.4 46

291 mHsenerΠlHSpΠrseH·ensorHrrΠmeworkHforHqleωtroniωHStruωtureH·heoryVHJournalgofgChemicalgTheoryg
andgComputationTH2017THY[THYYXdUYYYb 6.4 8

290 moleωulΠrHdynΠmiωsHsimulΠtionsHofHliquidHwΠterHusingHhighHquΠlityHmetΠUssmHfunωtionΠlsVHChemicalg
ScienceTH2017THdTH[aa]U[aba 9.4 60

MartintHead-Gordon
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289 ·heoretiωΠlHmnΠlysisHofHtheHunfluenωeHofH–oreHseometryHonHyonomoleωulΠrHorΠωkingHΠndH
pehydrogenΠtionHofHnUnutΠneHinHnrˆ‚nstedHmωidiωH₂eolitesVHACSgCatalysisTH2017THcTHZbdaUZbec 13.1 33

288 qnergyHdeωompositionHΠnΠlysisHinHΠnHΠdiΠπΠtiωHpiωtureVHPhysicalgChemistrygChemicalgPhysicsTH2017THYeTHae]]Uaead3.6 43

287 SimulΠtingHtheHΠπsorptionHspeωtrΠHofHheliumHωlustersHPzHiHcXTHYaXTHZ[YTH[XXQHusingHΠHωhΠrgeHtrΠnsferH
ωorreωtionHtoHsuperpositionHofHfrΠgmentHsingleHexωitΠtionsVHJournalgofgChemicalgPhysicsTH2017THY]bTHX]]YYY3.9 10

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

285 StΠπilizingHpotentiΠlsHinHπoundHstΠteHΠnΠlytiωHωontinuΠtionHmethodsHforHeleωtroniωHresonΠnωesHinH
polyΠtomiωHmoleωulesVHJournalgofgChemicalgPhysicsTH2017THY]bTHX]]YYZ 3.9 11

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

283 —uΠntifyingHtheHRoleHofH†rπitΠlHoontrΠωtionHinHohemiωΠlHnondingVHJournalgofgPhysicalgChemistryg
LettersTH2017THdTHYebcUYecZ 6.4 16

282
mπHinitioHdynΠmiωsHΠndHphotoionizΠtionHmΠssHspeωtrometryHreveΠlHionUmoleωuleHpΠthwΠysHfromH
ionizedHΠωetyleneHωlustersHtoHπenzeneHωΠtionVHProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaTH2017THYY]THq]YZaUq]Y[[

11.5 16

281 ·hirtyHyeΠrsHofHdensityHfunωtionΠlHtheoryHinHωomputΠtionΠlHωhemistryfHΠnHoverviewHΠndHextensiveH
ΠssessmentHofHZXXHdensityHfunωtionΠlsVHMoleculargPhysicsTH2017THYYaTHZ[YaUZ[cZ 1.7 891

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

279 mddressingHfirstHderivΠtiveHdisωontinuitiesHinHorπitΠlUoptimisedHoppositeUspinHsωΠledHseωondUorderH
perturπΠtionHtheoryHwithHregulΠrisΠtionVHMoleculargPhysicsTH2017THYYaTHZYXZUZYXe 1.7 10

278
qffiωientHumplementΠtionHofHqnergyHpeωompositionHmnΠlysisHforHSeωondU†rderHyˆ‚llerU–lessetH
–erturπΠtionH·heoryHΠndHmppliωΠtionHtoHmnionUˇ�HunterΠωtionsVHJournalgofgPhysicalgChemistrygATH2017TH
YZYTHcYcUcZd

2.8 24

277 öseHofHtheHrøøYXHzonloωΠlHoorrelΠtionHrunωtionΠlHinHtheHnecyUøHpensityHrunωtionΠlfHpefiningH
necyUrøHΠndHRelΠtedHrunωtionΠlsVHJournalgofgPhysicalgChemistrygLettersTH2017THdTH[aU]X 6.4 62

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

275
yeωhΠnistiωHinsightsHintoHeleωtroωhemiωΠlHreduωtionHofHo†HoverHmgHusingHdensityHfunωtionΠlHtheoryH
ΠndHtrΠnsportHmodelsVHProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaTH2017THYY]THqddYZUqddZY

11.5 163

274 oompressedHrepresentΠtionHofHdispersionHinterΠωtionsHΠndHlongUrΠngeHeleωtroniωHωorrelΠtionsVH
JournalgofgChemicalgPhysicsTH2017THY]cTHY]]YYX 3.9 6

273 mHωeleπrΠtionHofHtheHSwedishHsωhoolVHMoleculargPhysicsTH2017THYYaTHYee[UYee] 1.7 1

272 olusterHdeωompositionHofHfullHωonfigurΠtionHinterΠωtionHwΠveHfunωtionsfHmHtoolHforHωhemiωΠlH
interpretΠtionHofHsystemsHwithHstrongHωorrelΠtionVHJournalgofgChemicalgPhysicsTH2017THY]cTHYa]YXa 3.9 20

(2017-2017)
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271 øiπroniωΠllyHωoherentHultrΠfΠstHtripletUpΠirHformΠtionHΠndHsuπsequentHthermΠllyHΠωtivΠtedH
dissoωiΠtionHωontrolHeffiωientHendothermiωHsingletHfissionVHNaturegChemistryTH2017THeTHYZXaUYZYZ 17.6 151

270 ooupledHωlusterHvΠlenωeHπondHtheoryHforHopenUshellHsystemsHwithHΠppliωΠtionHtoHveryHlongHrΠngeH
strongHωorrelΠtionHinHΠHpolyωΠrπeneHdimerVHJournalgofgChemicalgPhysicsTH2017THY]cTHXZ]YXc 3.9 6

269
zuωleophiliωHmromΠtiωHmdditionHinHuonizingHqnvironmentsfH†πservΠtionHΠndHmnΠlysisHofHzewHoUzH
øΠlenωeHnondsHinHoomplexesHπetweenHzΠphthΠleneHRΠdiωΠlHoΠtionHΠndH–yridineVHJournalgofgtheg
AmericangChemicalgSocietyTH2017THY[eTHYYeZ[UYYe[Z

16.4 7

268 yeωhΠnismsHofHtheHrormΠtionHofHmdenineTHsuΠnineTHΠndH·heirHmnΠloguesHinHöøUurrΠdiΠtedHyixedH
ztft†HyoleωulΠrHuωesHoontΠiningH–urineVHAstrobiologyTH2017THYcTHccYUcda 3.7 17

267 qnergyHdeωompositionHΠnΠlysisHofHsingleHπondsHwithinHwohnUShΠmHdensityHfunωtionΠlHtheoryVH
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTH2017THYY]THYZb]eUYZbab11.5 51

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

265 tighU·emperΠtureHtydrogenHStorΠgeHofHyultipleHyoleωulesfH·heoretiωΠlHunsightsHfromHyetΠlΠtedH
oΠteωholsVHChemPhysChemTH2017THYdTHYd]UYdd 3.2 17

264
mssessingHmΠnyUπodyHωontriπutionsHtoHintermoleωulΠrHinterΠωtionsHofHtheHmy†qnmHforωeHfieldHusingH
energyHdeωompositionHΠnΠlysisHofHeleωtroniωHstruωtureHωΠlωulΠtionsVHJournalgofgChemicalgPhysicsTH
2017THY]cTHYbYcZY

3.9 31

263
towHmωωurΠteHmreHtheHyinnesotΠHpensityHrunωtionΠlsHforHzonωovΠlentHunterΠωtionsTHusomerizΠtionH
qnergiesTH·hermoωhemistryTHΠndHnΠrrierHteightsHunvolvingHyoleωulesHoomposedHofHyΠinUsroupH
qlementskVHJournalgofgChemicalgTheorygandgComputationTH2016THYZTH][X[UZa

6.4 248

262 –roπingHnonUωovΠlentHinterΠωtionsHwithHΠHseωondHgenerΠtionHenergyHdeωompositionHΠnΠlysisHusingH
ΠπsolutelyHloωΠlizedHmoleωulΠrHorπitΠlsVHPhysicalgChemistrygChemicalgPhysicsTH2016THYdTHZ[XbcUce 3.6 184

261 mHsystemΠtiωHstudyHonH–tHπΠsedTHsuπnΠnometerUsizedHΠlloyHωlusterHωΠtΠlystsHforHΠlkΠneH
dehydrogenΠtionfHeffeωtsHofHintermetΠlliωHinterΠωtionVHPhysicalgChemistrygChemicalgPhysicsTH2016THYdTHYXeXbUYc3.6 26

260 oomputΠtionHofHhighUhΠrmoniωHgenerΠtionHspeωtrΠHofHtheHhydrogenHmoleωuleHusingHtimeUdependentH
ωonfigurΠtionUinterΠωtionVHMoleculargPhysicsTH2016THYY]THe]cUeab 1.7 32

259 oomputΠtionΠlHohΠrΠωterizΠtionHofHRedoxHzonUunnoωenωeHinHooπΠltUnisPpiΠryldithioleneQUoΠtΠlyzedH
–rotonHReduωtionVHJournalgofgChemicalgTheorygandgComputationTH2016THYZTHZZ[U[X 6.4 23

258 ·heoretiωΠlHStudyHofH]UPtydroxymethylQπenzoiωHmωidHSynthesisHfromHqthyleneHΠndH
aUPtydroxymethylQfuroiωHmωidHoΠtΠlyzedHπyHSnUnqmVHACSgCatalysisTH2016THbTHaXaZUaXbY 13.1 11

257 mlternΠtiveHdefinitionsHofHtheHfrozenHenergyHinHenergyHdeωompositionHΠnΠlysisHofHdensityHfunωtionΠlH
theoryHωΠlωulΠtionsVHJournalgofgChemicalgPhysicsTH2016THY]]THXd]YYd 3.9 36

256 SelfUωonsistentHimplementΠtionHofHmetΠUssmHfunωtionΠlsHforHtheH†zq·q–HlineΠrUsωΠlingHeleωtroniωH
struωtureHpΠωkΠgeVHJournalgofgChemicalgPhysicsTH2016THY]aTHZX]YY] 3.9 11

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

254 mHdeterministiωHΠlternΠtiveHtoHtheHfullHωonfigurΠtionHinterΠωtionHquΠntumHyonteHoΠrloHmethodVH
JournalgofgChemicalgPhysicsTH2016THY]aTHX]]YYZ 3.9 161
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253 SizeHωonsistentHformulΠtionsHofHtheHperturπUthenUdiΠgonΠlizeHyˆ‚llerU–lessetHperturπΠtionHtheoryH
ωorreωtionHtoHnonUorthogonΠlHωonfigurΠtionHinterΠωtionVHJournalgofgChemicalgPhysicsTH2016THY]aTHXa]YXa 3.9 24

252 zotefH·heHperformΠnωeHofHnewHdensityHfunωtionΠlsHforHΠHreωentHπlindHtestHofHnonUωovΠlentH
interΠωtionsVHJournalgofgChemicalgPhysicsTH2016THY]aTHYdbYXY 3.9 9

251 ˇ�necyUøfHmHωomπinΠtoriΠllyHoptimizedTHrΠngeUsepΠrΠtedHhyπridTHmetΠUssmHdensityHfunωtionΠlHwithH
øøYXHnonloωΠlHωorrelΠtionVHJournalgofgChemicalgPhysicsTH2016THY]]THZY]YYX 3.9 332

250 oostUeffeωtiveHdesωriptionHofHstrongHωorrelΠtionfHqffiωientHimplementΠtionsHofHtheHperfeωtH
quΠdruplesHΠndHperfeωtHhextuplesHmodelsVHJournalgofgChemicalgPhysicsTH2016THY]aTHY[]YYX 3.9 15

249
pefiningHtheHωontriπutionsHofHpermΠnentHeleωtrostΠtiωsTH–ΠuliHrepulsionTHΠndHdispersionHinHdensityH
funωtionΠlHtheoryHωΠlωulΠtionsHofHintermoleωulΠrHinterΠωtionHenergiesVHJournalgofgChemicalgPhysicsTH
2016THY]]THYY]YXc

3.9 93

248
mpproΠωhingHtheHπΠsisHsetHlimitHforHpr·HωΠlωulΠtionsHusingHΠnHenvironmentUΠdΠptedHminimΠlHπΠsisH
withHperturπΠtionHtheoryfHrormulΠtionTHproofHofHωonωeptTHΠndHΠHpilotHimplementΠtionVHJournalgofg
ChemicalgPhysicsTH2016THY]aTHX]]YXe

3.9 12

247
–ushHitHtoHtheHlimitfHohΠrΠωterizingHtheHωonvergenωeHofHωommonHsequenωesHofHπΠsisHsetsHforH
intermoleωulΠrHinterΠωtionsHΠsHdesωriπedHπyHdensityHfunωtionΠlHtheoryVHJournalgofgChemicalgPhysicsTH
2016THY]]THYe][Xb

3.9 29

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

245
mHoomπinedHqxperimentΠlHΠndH·heoretiωΠlHStudyHonHtheHrormΠtionHofHtheH
ZUyethylUYUsilΠωyωlopropUZUenylideneHyoleωuleHviΠHtheHorossedHneΠmHReΠωtionsHofHtheHSilylidyneH
RΠdiωΠlHPSitgHXPZQ˛ QHwithHyethylΠωetyleneHPot[ootgHXPYQmYQHΠndHp]UyethylΠωetyleneHPop[oopgH
XPYQmYQVHJournalgofgPhysicalgChemistrygATH2016THYZXTH]dcZUd[

2.8 5

244 ·hermodynΠmiωsHofHmnhΠrmoniωHSystemsfHönωoupledHyodeHmpproximΠtionsHforHyoleωulesVHJournalg
ofgChemicalgTheorygandgComputationTH2016THYZTHZdbYUcX 6.4 22

243
udentifiωΠtionHofH–ossiπleH–ΠthwΠysHforHoUoHnondHrormΠtionHduringHqleωtroωhemiωΠlHReduωtionHofH
o†ZfHzewH·heoretiωΠlHunsightsHfromHΠnHumprovedHqleωtroωhemiωΠlHyodelVHJournalgofgPhysicalg
ChemistrygLettersTH2016THcTHY]cYUc

6.4 313

242 qxperimentΠlHΠndHoomputΠtionΠlHqvidenωeHofHtighlyHmωtiveHreHumpurityHSitesHonHtheHSurfΠωeHofH
†xidizedHmuHforHtheHqleωtroωΠtΠlytiωH†xidΠtionHofHüΠterHinHnΠsiωHyediΠVHChemElectroChemTH2016TH[THbbUc[4.3 34

241 –roπingHuoniωHoomplexesHofHqthyleneHΠndHmωetyleneHwithHøΠωuumUöltrΠvioletHRΠdiΠtionVHJournalgofg
PhysicalgChemistrygATH2016THYZXTHaXa[Ub] 2.8 8

240 øΠriΠtionΠlHqnergyHpeωompositionHmnΠlysisHofHohemiωΠlHnondingVHYVHSpinU–ureHmnΠlysisHofHSingleH
nondsVHJournalgofgChemicalgTheorygandgComputationTH2016THYZTH]dYZU]dZX 6.4 40

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

238 mdvΠnωedH–otentiΠlHqnergyHSurfΠωesHforHyoleωulΠrHSimulΠtionVHJournalgofgPhysicalgChemistrygBTH2016TH
YZXTHedYYU[Z 3.4 66

237
ühΠtHusHtheHStruωtureHofHtheHzΠphthΠleneUnenzeneHteterodimerHRΠdiωΠlHoΠtionkHnindingHqnergyTH
ohΠrgeHpeloωΠlizΠtionTHΠndHönexpeωtedHohΠrgeU·rΠnsferHunterΠωtionHinHStΠωkedHpimerHΠndH·rimerH
RΠdiωΠlHoΠtionsVHJournalgofgPhysicalgChemistrygLettersTH2015THbTHYYYYUd

6.4 15

236 ühΠtHusHtheH–riωeHofH†penUSourωeHSoftwΠrekVHJournalgofgPhysicalgChemistrygLettersTH2015THbTHZcaYU] 6.4 8

(2015-2016)
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235 yΠppingHtheHgenomeHofHmetΠUgenerΠlizedHgrΠdientHΠpproximΠtionHdensityHfunωtionΠlsfHtheHseΠrωhH
forHnecyUøVHJournalgofgChemicalgPhysicsTH2015THY]ZTHXc]YYY 3.9 213

234 mHsimpleHwΠyHtoHtestHforHωollineΠrityHinHspinHsymmetryHπrokenHwΠveHfunωtionsfHgenerΠlHtheoryHΠndH
ΠppliωΠtionHtoHgenerΠlizedHtΠrtreeHroωkVHJournalgofgChemicalgPhysicsTH2015THY]ZTHXe]YYZ 3.9 12

233 neyondHqnergiesfHseometriesHofHzonπondedHyoleωulΠrHoomplexesHΠsHyetriωsHforHmssessingH
qleωtroniωHStruωtureHmpproΠωhesVHJournalgofgChemicalgTheorygandgComputationTH2015THYYTHY]dYUeZ 6.4 63

232 ·ΠiloringHyetΠlU–orphyrinUxikeHmωtiveHSitesHonHsrΠpheneHtoHumproveHtheHqffiωienωyHΠndHSeleωtivityHofH
qleωtroωhemiωΠlHo†ZHReduωtionVHJournalgofgPhysicalgChemistrygCTH2015THYYeTHZY[]aUZY[aZ 3.8 67

231 mttenuΠtedHy–ZHwithHΠHxongURΠngeHpispersionHoorreωtionHforH·reΠtingHzonπondedHunterΠωtionsVH
JournalgofgChemicalgTheorygandgComputationTH2015THYYTH]YaeUbd 6.4 15

230
oomplexHπΠsisHfunωtionsHrevisitedfHimplementΠtionHwithHΠppliωΠtionsHtoHωΠrπonHtetrΠfluorideHΠndH
ΠromΠtiωHzUωontΠiningHheteroωyωlesHwithinHtheHstΠtiωUexωhΠngeHΠpproximΠtionVHJournalgofgChemicalg
PhysicsTH2015THY]ZTHXa]YX[

3.9 33

229
üΠvefunωtionHstΠπilityHΠnΠlysisHwithoutHΠnΠlytiωΠlHeleωtroniωHtessiΠnsfHΠppliωΠtionHtoH
orπitΠlUoptimisedHseωondUorderHyˆ‚llerâ��–lessetHtheoryHΠndHøøYXUωontΠiningHdensityHfunωtionΠlsVH
MoleculargPhysicsTH2015THYY[THYdXZUYdXd

1.7 20

228
nioinspiredHdesignHofHredoxUΠωtiveHligΠndsHforHmultieleωtronHωΠtΠlysisfHeffeωtsHofHpositioningH
pyrΠzineHreservoirsHonHωoπΠltHforHeleωtroUHΠndHphotoωΠtΠlytiωHgenerΠtionHofHhydrogenHfromHwΠterVH
ChemicalgScienceTH2015THbTH]ea]U]ecZ

9.4 77

227 SuperpositionHofHrrΠgmentHqxωitΠtionsHforHqxωitedHStΠtesHofHxΠrgeHolustersHwithHmppliωΠtionHtoH
teliumHolustersVHJournalgofgChemicalgTheorygandgComputationTH2015THYYTHaceYUdX[ 6.4 13

226 mdvΠnωesHinHmoleωulΠrHquΠntumHωhemistryHωontΠinedHinHtheH—UohemH]HprogrΠmHpΠωkΠgeVHMolecularg
PhysicsTH2015THYY[THYd]UZYa 1.7 2068

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

224 –olΠrizΠtionHωontriπutionsHtoHintermoleωulΠrHinterΠωtionsHrevisitedHwithHfrΠgmentHeleωtriωUfieldH
responseHfunωtionsVHJournalgofgChemicalgPhysicsTH2015THY][THYY]YYY 3.9 69

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

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

221 oΠtΠlytiωHöpgrΠdingHofHniomΠssUperivedHyethylHwetonesHtoHxiquidH·rΠnsportΠtionHruelH–reωursorsH
πyHΠnH†rgΠnoωΠtΠlytiωHmpproΠωhVHAngewandtegChemieTH2015THYZcTH]cabU]cbX 3.6 9

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

219 oomputΠtionΠlH—uΠntumHohemistryHforHyultipleUSiteHteisenπergHSpinHoouplingsHyΠdeHSimplefHStillH
†nlyH†neHSpinUrlipHRequiredVHJournalgofgPhysicalgChemistrygLettersTH2015THbTHYedZUd 6.4 44

218 SimilΠrityUtrΠnsformedHperturπΠtionHtheoryHonHtopHofHtrunωΠtedHloωΠlHωoupledHωlusterHsolutionsfH
·heoryHΠndHΠppliωΠtionsHtoHintermoleωulΠrHinterΠωtionsVHJournalgofgChemicalgPhysicsTH2015THY]ZTHZX]YXY 3.9 4

MartintHead-Gordon
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217
oomπinedHqxperimentΠlHΠndH·heoretiωΠlHStudyHonHtheHrormΠtionHofHtheHqlusiveH
ZUyethylUYUsilΠωyωlopropUZUenylideneHyoleωuleHunderHSingleHoollisionHoonditionsHviΠHReΠωtionsHofH
theHSilylidyneHRΠdiωΠlHPSitgHXPZQ˛ QHwithHmlleneHPtZoootZgHXPYQmYQHΠndHp]UmlleneHPpZooopZgHXPYQmYQVH
JournalgofgPhysicalgChemistrygATH2015THYYeTHYZabZUcd

2.8 10

216 RestriωtedHtΠrtreeHroωkHusingHωomplexUvΠluedHorπitΠlsfHΠHlongUknownHπutHnegleωtedHtoolHinH
eleωtroniωHstruωtureHtheoryVHJournalgofgChemicalgPhysicsTH2015THY]ZTHXZ]YX] 3.9 24

215
umprovedHrorωeUrieldH–ΠrΠmetersHforH—yWyyHSimulΠtionsHofHtheHqnergiesHofHmdsorptionHforH
yoleωulesHinH₂eolitesHΠndHΠHrreeHRotorHoorreωtionHtoHtheHRigidHRotorHtΠrmoniωH†sωillΠtorHyodelHforH
mdsorptionHqnthΠlpiesVHJournalgofgPhysicalgChemistrygCTH2015THYYeTHYd]XUYdaX

3.8 59

214
tydroωΠrπonHgrowthHviΠHionUmoleωuleHreΠωtionsfHωomputΠtionΠlHstudiesHofHtheHisomersHofHoâ��tZâ��STH
oâ��tâ��SHΠndHoâ��tâ��SHΠndHtheirHformΠtionHpΠthsHfromHΠωetyleneHΠndHitsHfrΠgmentsVHPhysicalgChemistryg
ChemicalgPhysicsTH2015THYcTHYdaeUbe

3.6 17

213
qffiωientHimplementΠtionHofHtheHpΠirHΠtomiωHresolutionHofHtheHidentityHΠpproximΠtionHforHexΠωtH
exωhΠngeHforHhyπridHΠndHrΠngeUHsepΠrΠtedHdensityHfunωtionΠlsVHJournalgofgChemicalgTheorygandg
ComputationTH2015THYYTHaYdUZc

6.4 41

212 ·ΠiloringHtheHoooperΠtiveHmωidâ��nΠseHqffeωtsHinHSiliωΠUSupportedHmmineHoΠtΠlystsfHmppliωΠtionsHinHtheH
oontinuousHsΠsU–hΠseHSelfUoondensΠtionHofHnUnutΠnΠlVHChemCatChemTH2014THbTHnWΠUnWΠ 5.2 17

211 mssessingHeleωtroniωHstruωtureHΠpproΠωhesHforHgΠsUligΠndHinterΠωtionsHinHmetΠlUorgΠniωHfrΠmeworksfH
theHo†ZUπenzeneHωomplexVHJournalgofgChemicalgPhysicsTH2014THY]XTHYX]cXc 3.9 18

210
mωhievingHtighUmωωurΠωyHuntermoleωulΠrHunterΠωtionsHπyHoomπiningHooulomπUmttenuΠtedH
SeωondU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoryHwithHooupledHwohnUShΠmHpispersionVHJournalgofg
ChemicalgTheorygandgComputationTH2014THYXTHZXa]Ub[

6.4 13

209
qxploringHtheHlimitHofHΠωωurΠωyHforHdensityHfunωtionΠlsHπΠsedHonHtheHgenerΠlizedHgrΠdientH
ΠpproximΠtionfHloωΠlTHgloπΠlHhyπridTHΠndHrΠngeUsepΠrΠtedHhyπridHfunωtionΠlsHwithHΠndHwithoutH
dispersionHωorreωtionsVHJournalgofgChemicalgPhysicsTH2014THY]XTHYdmaZc

3.9 33

208 SpinUflipHnonUorthogonΠlHωonfigurΠtionHinterΠωtionfHΠHvΠriΠtionΠlHΠndHΠlmostHπlΠωkUπoxHmethodHforH
desωriπingHstronglyHωorrelΠtedHmoleωulesVHPhysicalgChemistrygChemicalgPhysicsTH2014THYbTHZZbe]UcXa 3.6 31

207 ReΠωtionHpynΠmiωsHofH₂eoliteUoΠtΠlyzedHmlkeneHyethylΠtionHπyHyethΠnolVHJournalgofgPhysicalg
ChemistrygCTH2014THYYdTHZY]XeUZY]Ye 3.8 25

206 qleωtrostΠtiωHpominΠtionHofHtheHqffeωtHofHqleωtronHoorrelΠtionHinHuntermoleωulΠrHunterΠωtionsVH
JournalgofgPhysicalgChemistrygLettersTH2014THaTHY[dXUa 6.4 26

205 qxperimentΠlHΠndH·heoretiωΠlHStudyHofHnUnutΠnΠlHSelfUoondensΠtionHoverH·iHSpeωiesHSupportedHonH
SiliωΠVHACSgCatalysisTH2014TH]THZeXdUZeYb 13.1 30

204 oomputΠtionΠlHStudyHofHpUXyleneHSynthesisHfromHqthyleneHΠndHZTaUpimethylfurΠnHoΠtΠlyzedHπyH
tUnqmVHJournalgofgPhysicalgChemistrygCTH2014THYYdTHZZXeXUZZXea 3.8 50

203
ˇ�necXUøfHΠHYXUpΠrΠmeterTHrΠngeUsepΠrΠtedHhyπridTHgenerΠlizedHgrΠdientHΠpproximΠtionHdensityH
funωtionΠlHwithHnonloωΠlHωorrelΠtionTHdesignedHπyHΠHsurvivΠlUofUtheUfittestHstrΠtegyVHPhysicalg
ChemistrygChemicalgPhysicsTH2014THYbTHeeX]UZ]

3.6 384

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

201
ooupledHolusterHøΠlenωeHnondHyethodfHqffiωientHoomputerHumplementΠtionHΠndHmppliωΠtionHtoH
yultipleHnondHpissoωiΠtionsHΠndHStrongHoorrelΠtionsHinHtheHmωenesVHJournalgofgChemicalgTheorygandg
ComputationTH2014THYXTHZXZcU]X

6.4 39

200 oomplexHΠπsorπingHpotentiΠlsHwithinHq†yUooHfΠmilyHofHmethodsfHtheoryTHimplementΠtionTHΠndH
πenωhmΠrksVHJournalgofgChemicalgPhysicsTH2014THY]YTHXZ]YXZ 3.9 84

(2014-2015)
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199 mnΠlysisHofHtheHReΠωtionHyeωhΠnismHΠndHoΠtΠlytiωHmωtivityHofHyetΠlUSuπstitutedHnetΠH₂eoliteHforHtheH
usomerizΠtionHofHsluωoseHtoHrruωtoseVHACSgCatalysisTH2014TH]THYa[cUYa]a 13.1 129

198 yeωhΠnismHofHtheHeleωtroωΠtΠlytiωHreduωtionHofHprotonsHwithHdiΠryldithioleneHωoπΠltHωomplexesVH
JournalgofgthegAmericangChemicalgSocietyTH2014THY[bTHe[b]Ucb 16.4 85

197 oonvergenωeHofHΠttenuΠtedHseωondHorderHyˆ‚llerâ��–lessetHperturπΠtionHtheoryHtowΠrdsHtheH
ωompleteHπΠsisHsetHlimitVHChemicalgPhysicsgLettersTH2014THbXdTHZ]eUZa] 2.5 5
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ChemicalgScienceTH2013TH]TH[e[] 9.4 141

182 RegulΠrizedHorπitΠlUoptimizedHseωondUorderHperturπΠtionHtheoryVHJournalgofgChemicalgPhysicsTH2013TH
Y[eTHZ]]YXe 3.9 32

MartintHead-Gordon

14



181 pissoωiΠtiveHphotoionizΠtionHofHglyωerolHΠndHitsHdimerHoωωursHpredominΠntlyHviΠHΠHternΠryH
hydrogenUπridgedHionUmoleωuleHωomplexVHJournalgofgthegAmericangChemicalgSocietyTH2013THY[aTHY]ZZeU[e 16.4 32

180 umpΠωtHofHmetΠlHΠndHΠnionHsuπstitutionsHonHtheHhydrogenHstorΠgeHpropertiesHofHyUn··H
metΠlUorgΠniωHfrΠmeworksVHJournalgofgthegAmericangChemicalgSocietyTH2013THY[aTHYXd[UeY 16.4 128

179
ohΠrΠωterizingHΠndHönderstΠndingHtheHRemΠrkΠπlyHSlowHnΠsisHSetHoonvergenωeHofHSeverΠlH
yinnesotΠHpensityHrunωtionΠlsHforHuntermoleωulΠrHunterΠωtionHqnergiesVHJournalgofgChemicalgTheoryg
andgComputationTH2013THeTH]]a[UbY

6.4 66

178 mHωorrelΠtedHeleωtronHviewHofHsingletHfissionVHAccountsgofgChemicalgResearchTH2013TH]bTHY[[eU]c 24.3 130

177 mssoωiΠtionHmeωhΠnismsHofHunsΠturΠtedHoZHhydroωΠrπonsHwithHtheirHωΠtionsfHΠωetyleneHΠndH
ethyleneVHPhysicalgChemistrygChemicalgPhysicsTH2013THYaTHZXYZUZ[ 3.6 19

176 unsightsHintoHtheHwinetiωsHofHorΠωkingHΠndHpehydrogenΠtionHReΠωtionsHofHxightHmlkΠnesHinHtUyruVH
JournalgofgPhysicalgChemistrygCTH2013THYYcTHYZbXXUYZbYY 3.8 54

175
önrestriωtedHΠπsolutelyHloωΠlizedHmoleωulΠrHorπitΠlsHforHenergyHdeωompositionHΠnΠlysisfHtheoryHΠndH
ΠppliωΠtionsHtoHintermoleωulΠrHinterΠωtionsHinvolvingHrΠdiωΠlsVHJournalgofgChemicalgPhysicsTH2013TH
Y[dTHY[]YYe

3.9 75

174 ·heH–erformΠnωeHofHpensityHrunωtionΠlsHforHSulfΠteUüΠterHolustersVHJournalgofgChemicalgTheorygandg
ComputationTH2013THeTHY[bdUdX 6.4 61

173
ösefulHlowerHlimitsHtoHpolΠrizΠtionHωontriπutionsHtoHintermoleωulΠrHinterΠωtionsHusingHΠHminimΠlH
πΠsisHofHloωΠlizedHorthogonΠlHorπitΠlsfHtheoryHΠndHΠnΠlysisHofHtheHwΠterHdimerVHJournalgofgChemicalg
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115 ·heHlimitsHofHloωΠlHωorrelΠtionHtheoryfHeleωtroniωHdeloωΠlizΠtionHΠndHωhemiωΠllyHsmoothHpotentiΠlH
energyHsurfΠωesVHJournalgofgChemicalgPhysicsTH2008THYZdTHX[]YX[ 3.9 54

114 oentrΠlHmomentsHinHquΠntumHωhemistryVHInternationalgJournalgofgQuantumgChemistryTH2008THYXdTHYZZXUYZ[Y2.1

113 xongUrΠngeHωorreωtedHhyπridHdensityHfunωtionΠlsHwithHdΠmpedHΠtomUΠtomHdispersionHωorreωtionsVH
PhysicalgChemistrygChemicalgPhysicsTH2008THYXTHbbYaUZX 3.6 7709

112 xoωΠlizedHorπitΠlHtheoryHΠndHΠmmoniΠHtriπorΠneVHPhysicalgChemistrygChemicalgPhysicsTH2007THeTHaaZZU[X 3.6 27

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

110 önrΠvellingHtheHoriginHofHintermoleωulΠrHinterΠωtionsHusingHΠπsolutelyHloωΠlizedHmoleωulΠrHorπitΠlsVH
JournalgofgPhysicalgChemistrygATH2007THYYYTHdca[Uba 2.8 433
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109 rΠstHevΠluΠtionHofHsωΠledHoppositeHspinHseωondUorderHyˆ‚llerU–lessetHωorrelΠtionHenergiesHusingH
ΠuxiliΠryHπΠsisHexpΠnsionsHΠndHexploitingHspΠrsityVHJournalgofgComputationalgChemistryTH2007THZdTHYea[Ub]3.5 53

108
mnHimprovedHΠlgorithmHforHΠnΠlytiωΠlHgrΠdientHevΠluΠtionHinHresolutionUofUtheUidentityHseωondUorderH
yˆ‚llerU–lessetHperturπΠtionHtheoryfHΠppliωΠtionHtoHΠlΠnineHtetrΠpeptideHωonformΠtionΠlHΠnΠlysisVH
JournalgofgComputationalgChemistryTH2007THZdTHd[eUab

3.5 120

107 ohΠrgedHpolyωyωliωHΠromΠtiωHhydroωΠrπonHωlustersHΠndHtheHgΠlΠωtiωHextendedHredHemissionVH
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTH2007THYX]THaZc]Ud 11.5 97

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

105 †ptimizedHspinUωomponentHsωΠledHseωondUorderHyˆ‚llerU–lessetHperturπΠtionHtheoryHforH
intermoleωulΠrHinterΠωtionHenergiesVHMoleculargPhysicsTH2007THYXaTHYXc[UYXd[ 1.7 213

104 †rπitΠlUoptimizedHoppositeUspinHsωΠledHseωondUorderHωorrelΠtionfHΠnHeωonomiωΠlHmethodHtoH
improveHtheHdesωriptionHofHopenUshellHmoleωulesVHJournalgofgChemicalgPhysicsTH2007THYZbTHYb]YXY 3.9 137

103 xineΠrHsωΠlingHdensityHfittingVHJournalgofgChemicalgPhysicsTH2006THYZaTHYe]YXe 3.9 132

102 mnHeffiωientHselfUωonsistentHfieldHmethodHforHlΠrgeHsystemsHofHweΠklyHinterΠωtingHωomponentsVH
JournalgofgChemicalgPhysicsTH2006THYZ]THZX]YXa 3.9 166

101 SeωondUorderHωorreωtionHtoHperfeωtHpΠiringfHΠnHinexpensiveHeleωtroniωHstruωtureHmethodHforHtheH
treΠtmentHofHstrongHeleωtronUeleωtronHωorrelΠtionsVHJournalgofgChemicalgPhysicsTH2006THYZ]THYY]YXc 3.9 32

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

99 ·heHloωΠlizΠπilityHofHvΠlenωeHspΠωeHeleωtronâ��eleωtronHωorrelΠtionsHinHpΠirUπΠsedHωoupledHωlusterH
modelsVHMoleculargPhysicsTH2006THYX]THYYeYUYZXb 1.7 10

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

97
mnΠlytiωΠlHgrΠdientHofHrestriωtedHseωondUorderHyˆ‚llerâ��–lessetHωorrelΠtionHenergyHwithHtheH
resolutionHofHtheHidentityHΠpproximΠtionTHΠppliedHtoHtheH·ozqHdimerHΠnionHωomplexVHChemicalg
PhysicsgLettersTH2006TH]ZbTHYecUZX[

2.5 26

96 mdvΠnωesHinHmethodsHΠndHΠlgorithmsHinHΠHmodernHquΠntumHωhemistryHprogrΠmHpΠωkΠgeVHPhysicalg
ChemistrygChemicalgPhysicsTH2006THdTH[YcZUeY 3.6 2371

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

94 qleωtroniωHtrΠnsitionsHinHtheHuRfHyΠtrixHisolΠtionHspeωtrosωopyHΠndHeleωtroniωHstruωtureHtheoryH
ωΠlωulΠtionsHonHpolyΠωenesHΠndHdiπenzopolyΠωenesVHPhysicalgChemistrygChemicalgPhysicsTH2005THcTHYXe 3.6 32

93 önrestriωtedHperfeωtHpΠiringfHtheHsimplestHwΠveUfunωtionUπΠsedHmodelHωhemistryHπeyondHmeΠnH
fieldVHJournalgofgPhysicalgChemistrygATH2005THYXeTHeYd[UeZ 2.8 39

92 ohΠrΠωterizingHtheHdimerizΠtionsHofHphenΠlenylHrΠdiωΠlsHπyHΠπHinitioHωΠlωulΠtionsHΠndHspeωtrosωopyfH
sigmΠUπondHformΠtionHversusHresonΠnωeHpiUstΠπilizΠtionVHJournalgofgPhysicalgChemistrygATH2005THYXeTHYYZbYUc2.8 82
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91
mHResolutionU†fU·heUudentityHumplementΠtionHofHtheHxoωΠlH·riΠtomiωsUunUyoleωulesHyodelHforH
SeωondU†rderHyˆ‚llerU–lessetH–erturπΠtionH·heoryHwithHmppliωΠtionHtoHmlΠnineH·etrΠpeptideH
oonformΠtionΠlHqnergiesVHJournalgofgChemicalgTheorygandgComputationTH2005THYTHdbZUcb

6.4 82

90 SωΠledHoppositeHspinHseωondHorderHyˆ‚llerU–lessetHtheoryHwithHimprovedHphysiωΠlHdesωriptionHofH
longUrΠngeHdispersionHinterΠωtionsVHJournalgofgPhysicalgChemistrygATH2005THYXeTHcaedUbXa 2.8 78

89 SingleUreferenωeHΠπHinitioHmethodsHforHtheHωΠlωulΠtionHofHexωitedHstΠtesHofHlΠrgeHmoleωulesVH
ChemicalgReviewsTH2005THYXaTH]XXeU[c 68.1 2042

88 SimulΠtedHquΠntumHωomputΠtionHofHmoleωulΠrHenergiesVHScienceTH2005TH[XeTHYcX]Uc 33.3 555

87 rΠstHloωΠlizedHorthonormΠlHvirtuΠlHorπitΠlsHwhiωhHdependHsmoothlyHonHnuωleΠrHωoordinΠtesVHJournalg
ofgChemicalgPhysicsTH2005THYZ[THYY]YXd 3.9 76

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

85 mnHexΠωtHreformulΠtionHofHtheHdiΠgonΠlizΠtionHstepHinHeleωtroniωHstruωtureHωΠlωulΠtionsHΠsHΠHsetHofH
seωondHorderHnonlineΠrHequΠtionsVHJournalgofgChemicalgPhysicsTH2004THYZXTHYX[ceUd] 3.9 18

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

83 mnHeffiωientHmethodHforHωΠlωulΠtingHmΠximΠHofHhomogeneousHfunωtionsHofHorthogonΠlHmΠtriωesfH
ΠppliωΠtionsHtoHloωΠlizedHoωωupiedHorπitΠlsVHJournalgofgChemicalgPhysicsTH2004THYZYTHeZZXUe 3.9 53

82
rΠilureHofHtimeUdependentHdensityHfunωtionΠlHtheoryHforHlongUrΠngeHωhΠrgeUtrΠnsferHexωitedHstΠtesfH
theHzinωπΠωterioωhlorinUπΠωterioωhlorinHΠndHπΠωterioωhlorophyllUspheroideneHωomplexesVHJournalgofg
thegAmericangChemicalgSocietyTH2004THYZbTH]XXcUYb

16.4 1425

81
untermoleωulΠrHpiUtoUpiHπondingHπetweenHstΠωkedHΠromΠtiωHdyΠdsVHqxperimentΠlHΠndHtheoretiωΠlH
πindingHenergiesHΠndHneΠrUuRHoptiωΠlHtrΠnsitionsHforHphenΠlenylHrΠdiωΠlWrΠdiωΠlHversusHrΠdiωΠlWωΠtionH
dimerizΠtionsVHJournalgofgthegAmericangChemicalgSocietyTH2004THYZbTHY[daXUd

16.4 249

80 unitiΠtionHofHqleωtroU†xidΠtionHofHo†HonH–tHnΠsedHqleωtrodesHΠtHrullHooverΠgeHoonditionsHSimulΠtedH
πyHmπHunitioHqleωtroniωHStruωtureHoΠlωulΠtionsVHJournalgofgPhysicalgChemistrygBTH2004THYXdTHedddUedeZ 3.4 16

79 SωΠledHoppositeUspinHseωondHorderHyˆ‚llerU–lessetHωorrelΠtionHenergyfHΠnHeωonomiωΠlHeleωtroniωH
struωtureHmethodVHJournalgofgChemicalgPhysicsTH2004THYZYTHece[UdXZ 3.9 440

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

77 towHdirΠdiωΠloidHisHΠHstΠπleHdirΠdiωΠlkVHChemPhysChemTH2003TH]THaZZUa 3.2 95

76 SpΠrseHmΠtrixHmultipliωΠtionsHforHlineΠrHsωΠlingHeleωtroniωHstruωtureHωΠlωulΠtionsHinHΠnH
ΠtomUωenteredHπΠsisHsetHusingHmultiΠtomHπloωksVHJournalgofgComputationalgChemistryTH2003THZ]THbYdUZZ 3.5 49

75 ohΠrΠωterizingHunpΠiredHeleωtronsHfromHtheHoneUpΠrtiωleHdensityHmΠtrixVHChemicalgPhysicsgLettersTH
2003TH[cZTHaXdUaYY 2.5 238

74 ohlorophyllHfluoresωenωeHquenωhingHπyHxΠnthophyllsVHPhysicalgChemistrygChemicalgPhysicsTH2003THaTH[Z]c 3.6 115
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73 mpproΠωhingHωlosedUshellHΠωωurΠωyHforHrΠdiωΠlsHusingHωoupledHωlusterHtheoryHwithHperturπΠtiveHtripleH
suπstitutionsVHPhysicalgChemistrygChemicalgPhysicsTH2003THaTHZ]dd 3.6 51

72 xongUrΠngeHωhΠrgeUtrΠnsferHexωitedHstΠtesHinHtimeUdependentHdensityHfunωtionΠlHtheoryHrequireH
nonUloωΠlHexωhΠngeVHJournalgofgChemicalgPhysicsTH2003THYYeTHZe][UZe]b 3.9 1316

71 qxΠωtHsolutionHPwithinHΠHtripleUzetΠTHdouπleHpolΠrizΠtionHπΠsisHsetQHofHtheHeleωtroniωHSωhrˆ¶dingerH
equΠtionHforHwΠterVHJournalgofgChemicalgPhysicsTH2003THYYdTHdaaYUdaa] 3.9 106

70 ourvyHstepsHforHdensityHmΠtrixHπΠsedHenergyHminimizΠtionfHtensorHformulΠtionHΠndHtoyHΠppliωΠtionsVH
MoleculargPhysicsTH2003THYXYTH[cU][ 1.7 22

69 ·imeUpependentHpensityHrunωtionΠlHStudyHofHtheHqleωtroniωHqxωitedHStΠtesHofH–olyωyωliωHmromΠtiωH
tydroωΠrπonHRΠdiωΠlHuonsVHJournalgofgPhysicalgChemistrygATH2003THYXcTH]e]XU]eaY 2.8 86

68
qleωtroniωHmπsorptionHSpeωtrΠHofHzeutrΠlH–eryleneHPoZXtYZQTH·erryleneHPo[XtYbQTHΠndH—uΠterryleneH
Po]XtZXQHΠndH·heirH–ositiveHΠndHzegΠtiveHuonsfHHzeHyΠtrixUusolΠtionHSpeωtrosωopyHΠndH
·imeUpependentHpensityHrunωtionΠlH·heoryHoΠlωulΠtionsVHJournalgofgPhysicalgChemistrygATH2003THYXcTH[bbXU[bbe

2.8 134

67 ohΠrgeU·rΠnsferHStΠteHΠsHΠH–ossiπleHSignΠtureHofHΠH₂eΠxΠnthinâ��ohlorophyllHpimerHinHtheH
zonUphotoωhemiωΠlH—uenωhingH–roωessHinHsreenH–lΠntsVHJournalgofgPhysicalgChemistrygBTH2003THYXcTHbaXXUbaX[3.4 129

66 øiπrΠtionΠlHΠndHqleωtroniωHSpeωtrosωopyHofHmωenΠphthyleneHΠndHutsHoΠtionVHJournalgofgPhysicalg
ChemistrygATH2003THYXcTHcdZUce[ 2.8 42

65 ·heHspinâ��flipHΠpproΠωhHwithinHtimeUdependentHdensityHfunωtionΠlHtheoryfH·heoryHΠndHΠppliωΠtionsH
toHdirΠdiωΠlsVHJournalgofgChemicalgPhysicsTH2003THYYdTH]dXcU]dYd 3.9 489

64 oontrollingHtheHqxtentHofHpirΠdiωΠlHohΠrΠωterHπyHötilizingHzeighπoringHsroupHunterΠωtionsVHJournalg
ofgPhysicalgChemistrygATH2003THYXcTHc]caUc]dY 2.8 50

63 umprovedHrermiHoperΠtorHexpΠnsionHmethodsHforHfΠstHeleωtroniωHstruωtureHωΠlωulΠtionsVHJournalgofg
ChemicalgPhysicsTH2003THYYeTH]YYcU]YZa 3.9 76

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

61 tighlyHωorrelΠtedHωΠlωulΠtionsHwithHΠHpolynomiΠlHωostHΠlgorithmfHmHstudyHofHtheHdensityHmΠtrixH
renormΠlizΠtionHgroupVHJournalgofgChemicalgPhysicsTH2002THYYbTH]]bZU]]cb 3.9 399

60 oΠnHωoupledHωlusterHsinglesHΠndHdouπlesHπeHΠpproximΠtedHπyHΠHvΠlenωeHΠωtiveHspΠωeHmodelkVHJournalg
ofgChemicalgPhysicsTH2002THYYcTH[X]XU[X]d 3.9 14

59
sq†yq·RuoHpuRqo·Hyuzuyu₂m·u†zH†rHtmR·Rqqâ��r†owHomxoöxm·u†zSHuzø†xøuzsH†–qzHStqxxH
ümøqrözo·u†zSHüu·tHS–uzHRqS·Ruo·qpH†Rnu·mxSVHJournalgofgTheoreticalgandgComputationalg
ChemistryTH2002THXYTHZaaUZbY

1.8 8

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

57 umplementΠtionHofHgenerΠlizedHvΠlenωeHπondUinspiredHωoupledHωlusterHtheoriesVHJournalgofgChemicalg
PhysicsTH2002THYYcTHeYeXUeZXY 3.9 48

56 mHgeometriωHΠpproΠωhHtoHdireωtHminimizΠtionVHMoleculargPhysicsTH2002THYXXTHYcY[UYcZY 1.7 116
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55 –ΠrΠllelizΠtionHofHΠnΠlytiωΠlHtΠrtreeâ��roωkHΠndHdensityHfunωtionΠlHtheoryHtessiΠnHωΠlωulΠtionsVH–ΠrtH
ufHpΠrΠllelizΠtionHofHωoupledUperturπedHtΠrtreeâ��roωkHequΠtionsVHMoleculargPhysicsTH2002THYXXTHYcaaUYcbY 1.7 19

54 ·woUπodyHωoupledHωlusterHexpΠnsionsVHJournalgofgChemicalgPhysicsTH2001THYYaTHaX[[UaX]X 3.9 46

53 qffiωientHevΠluΠtionHofHtheHooulomπHforωeHinHdensityUfunωtionΠlHtheoryHωΠlωulΠtionsVHJournalgofg
ChemicalgPhysicsTH2001THYY]THbacZUbacc 3.9 105

52 ·heH·heoretiωΠlH–rediωtionHofHyoleωulΠrHRΠdiωΠlHSpeωiesfHHΠHSystemΠtiωHStudyHofHqquiliπriumH
seometriesHΠndHtΠrmoniωHøiπrΠtionΠlHrrequenωiesVHJournalgofgPhysicalgChemistrygATH2001THYXaTHec[bUec]c2.8 133

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

50 mHseωondUorderHperturπΠtiveHωorreωtionHtoHtheHωoupledUωlusterHsinglesHΠndHdouπlesHmethodfH
ooSpPZQVHJournalgofgChemicalgPhysicsTH2001THYYaTHZXY]UZXZY 3.9 144

49 oonneωtionsHπetweenHωoupledHωlusterHΠndHgenerΠlizedHvΠlenωeHπondHtheoriesVHJournalgofgChemicalg
PhysicsTH2001THYYaTHcdY]UcdZY 3.9 51

48 qxtrΠωtingHpolΠrizedHΠtomiωHorπitΠlsHfromHmoleωulΠrHorπitΠlHωΠlωulΠtionsVHInternationalgJournalgofg
QuantumgChemistryTH2000THcbTHYbeUYd] 2.1 34

47 —UohemHZVXfHΠHhighUperformΠnωeHΠπHinitioHeleωtroniωHstruωtureHprogrΠmHpΠωkΠgeVHJournalgofg
ComputationalgChemistryTH2000THZYTHYa[ZUYa]d 3.5 588

46 ·heHquΠdrΠtiωHωoupledHωlusterHdouπlesHmodelVHChemicalgPhysicsgLettersTH2000TH[[XTHadaUae] 2.5 70

45 mHseωondUorderHωorreωtionHtoHsinglesHΠndHdouπlesHωoupledUωlusterHmethodsHπΠsedHonHΠHperturπΠtiveH
expΠnsionHofHΠHsimilΠrityUtrΠnsformedHtΠmiltoniΠnVHChemicalgPhysicsgLettersTH2000TH[Z[THZYUZd 2.5 132

44 nenωhmΠrkHvΠriΠtionΠlHωoupledHωlusterHdouπlesHresultsVHJournalgofgChemicalgPhysicsTH2000THYY[THddc[Uddce3.9 102

43
SeωondUorderHperturπΠtionHωorreωtionsHtoHsinglesHΠndHdouπlesHωoupledUωlusterHmethodsfHsenerΠlH
theoryHΠndHΠppliωΠtionHtoHtheHvΠlenωeHoptimizedHdouπlesHmodelVHJournalgofgChemicalgPhysicsTH2000TH
YY[TH[a]dU[abX

3.9 151

42 oloselyHΠpproximΠtingHseωondUorderHyoWllerâ��–lessetHperturπΠtionHtheoryHwithHΠHloωΠlHtriΠtomiωsHinH
moleωulesHmodelVHJournalgofgChemicalgPhysicsTH2000THYYZTH[aeZU[bXY 3.9 158

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

40 mHnonorthogonΠlHΠpproΠωhHtoHperfeωtHpΠiringVHJournalgofgChemicalgPhysicsTH2000THYYZTHab[[Uab[d 3.9 40

39 qxωitedHstΠtesHtheoryHforHoptimizedHorπitΠlsHΠndHvΠlenωeHoptimizedHorπitΠlsHωoupledUωlusterHdouπlesH
modelsVHJournalgofgChemicalgPhysicsTH2000THYY[THbaXeUbaZc 3.9 122

38 †nHtheHperformΠnωeHofHdensityHfunωtionΠlHtheoryHforHsymmetryUπreΠkingHproπlemsVHChemicalg
PhysicsgLettersTH1999TH[XZTH]ZaU][X 2.5 119
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37 ·imeUdependentHdensityHfunωtionΠlHtheoryHwithinHtheH·Πmmâ��pΠnωoffHΠpproximΠtionVHChemicalg
PhysicsgLettersTH1999TH[Y]THZeYUZee 2.5 1363

36 —uΠsidegenerΠteHseωondUorderHperturπΠtionHωorreωtionsHtoHsingleUexωitΠtionHωonfigurΠtionH
interΠωtionVHMoleculargPhysicsTH1999THebTHae[UbXZ 1.7 40

35
mnΠlytiωΠlHseωondHderivΠtivesHforHexωitedHeleωtroniωHstΠtesHusingHtheHsingleHexωitΠtionHωonfigurΠtionH
interΠωtionHmethodfHtheoryHΠndHΠppliωΠtionHtoHπenzo₄Π−pyreneHΠndHωhΠlωoneVHMoleculargPhysicsTH
1999THebTHYa[[UYa]Y

1.7 49

34
oonfigurΠtionHinterΠωtionHsinglesTHtimeUdependentHtΠrtreeâ��roωkTHΠndHtimeUdependentHdensityH
funωtionΠlHtheoryHforHtheHeleωtroniωHexωitedHstΠtesHofHextendedHsystemsVHJournalgofgChemicalgPhysics
TH1999THYYYTHYXcc]UYXcdb

3.9 169

33
·imeUdependentHdensityHfunωtionΠlHstudyHonHtheHeleωtroniωHexωitΠtionHenergiesHofHpolyωyωliωH
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