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399 mtomiσHisotropiσHhyperfineHpropertiesHforHfirstHrowHelementsHPnUrQHrevisitedVVHJournalpofpChemicalp
PhysicsTH2022THYabTHX[][X] 3.9 2

398 mHviewpointHonHpopulαtionHαnαlysesVHInternationalpJournalpofpQuantumpChemistryTH2022THYZZTH 2.1 1

397 oompleteUασtiveUspασeHextendedHwoopmαnsHtheoremHmethodVHJournalpofpChemicalpPhysicsTH2021TH
YaaTHXaYYXZ 3.9 3

396 –heH“ightHmnswerHforHtheH“ightH“eαsonfHyyHPersonαlHsoαlHforH’uαntumHohemistryVHAnnualpReviewpofp
PhysicalpChemistryTH2019THcXTHYUZX 15.7 6

395 mHtheoretiσαlHstudyHofHtheHαdiαπαtiσHαndHvertiσαlHionizαtionHpotentiαlsHofHwαterVHJournalpofpChemicalp
PhysicsTH2018THY]dTHZ[][Xd 3.9 4

394 zαtureHofHgroundHαndHeleσtroniσHexσitedHstαtesHofHhigherHασenesVHProceedingspofpthepNationalp
AcademypofpSciencespofpthepUnitedpStatespofpAmericaTH2016THYY[THqaXedUYXc 11.5 113

393 –heHπenzeneHrαdiσαlHαnionfHmHσomputαtionαllyHdemαndingHprototypeHforHαromαtiσHαnionsVHJournalpofp
ChemicalpPhysicsTH2015THY]ZTHZX][X] 3.9 18

392 ”ingletUtripletHenergyHgαpsHforHdirαdiσαlsHfromHpαrtiσleUpαrtiσleHrαndomHphαseHαpproximαtionVH
JournalpofpPhysicalpChemistrypATH2015THYYeTH]eZ[U[Z 2.8 27

391 mpproximαteHsinglyHexσitedHstαtesHfromHαHtwoUσomponentHtαrtreeUroσkHreferenσeVHJournalpofp
ChemicalpPhysicsTH2015THY][THY]]YXb 3.9 10

390 oαnoniσαlHformHofHtheHtαrtreeUroσkHorπitαlsHinHopenUshellHsystemsVHJournalpofpChemicalpPhysicsTH2014
THY]XTHXY]YXZ 3.9 15

389 mHsystemαtiσHαpproασhHtoHvertiσαllyHexσitedHstαtesHofHethyleneHusingHσonfigurαtionHinterασtionHαndH
σoupledHσlusterHteσhniquesVHJournalpofpChemicalpPhysicsTH2014THY]YTHYX][XZ 3.9 27

388 xineαrHinequαlitiesHforHdensityHmαtriσesfHu HrασtorizαtionsVHComputationalpandpTheoreticalpChemistryTH
2013THYXX[THZdU[Y 2 3

387 ”pinUstαteHsplittingsTHhighestUoσσupiedUmoleσulαrUorπitαlHαndHlowestUunoσσupiedUmoleσulαrUorπitαlH
energiesTHαndHσhemiσαlHhαrdnessVHJournalpofpChemicalpPhysicsTH2010THY[[THYb]YXc 3.9 12

386 woopmαnsâ��sHtheoremHinHtheHrestriσtedHopenUshellHtαrtreeâ��roσkHmethodVHuuVH–heHseσondHσαnoniσαlH
setHforHorπitαlsHαndHorπitαlHenergiesVHJournalpofpChemicalpPhysicsTH2010THY[ZTHYd]YYX 3.9 16

385 oommentHonHâ��oomπinedHopenHshellHtαrtreeâ��roσkHtheoryHofHαtomiσUmoleσulαrHαndHnuσleαrHsystemsâ��H
−vVHyαthVHohemVH]ZHPZXXcQHYcc]VHJournalpofpMathematicalpChemistryTH2009TH]aTHdaeUdbb 2.1 2

384 ’uαlitαtivelyHsignifiσαntHeffeσtsHofHeleσtronHσorrelαtionVHInternationalpJournalpofpQuantumpChemistryTH
2009THZXTHbaUbd 2.1

383 ”orHmethodsHforHexσitedHstαtesVHInternationalpJournalpofpQuantumpChemistryTH2009THYXTHZYU[Y 2.1 62
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382 –heoretiσαlHαndHspeσtrosσopiσHinvestigαtionsHofHtheHπondingHαndHreασtivityHofHP“†Q[y−tripleHπond]zH
moleσulesTHwhereHyHiHorTHyoTHαndHWVHInorganicpChemistryTH2009TH]dTHdZdU[c 5.1 8

381 woopmαnsOHtheoremHinHtheHrestriσtedHopenUshellHtαrtreeUroσkHmethodVHYVHmHvαriαtionαlHαpproασhVH
JournalpofpPhysicalpChemistrypATH2009THYY[THYZ[dbUea 2.8 35

380 ”izeHextensivityHofHtheHdireσtHoptimizedHeffeσtiveHpotentiαlHmethodVHJournalpofpChemicalpPhysicsTH
2008THYZdTHYY]cXZ 3.9 5

379 xαrgeHgroundUstαteHentropyHσhαngesHforHhydrogenHαtomHtrαnsferHreασtionsHofHironHσomplexesVH
JournalpofpthepAmericanpChemicalpSocietyTH2007THYZeTHaYa[Ubb 16.4 116

378 nαsisH”etsHforHmπHunitioHyoleσulαrH†rπitαlHoαlσulαtionsHαndHuntermoleσulαrHunterασtionsVHReviewspinp
ComputationalpChemistryTH2007THYU][ 22

377 –heHeffeσtiveHloσαlHpotentiαlHmethodfHimplementαtionHforHmoleσulesHαndHrelαtionHtoHαpproximαteH
optimizedHeffeσtiveHpotentiαlHteσhniquesVHJournalpofpChemicalpPhysicsTH2007THYZbTHXd]YXc 3.9 34

376 ”elfUσonsistentHeffeσtiveHloσαlHpotentiαlsVHJournalpofpChemicalpPhysicsTH2007THYZcTHXd]YY[ 3.9 20

375 —nderstαndingHqleσtronHoorrelαtionfH“eσentHProgressHinHyoleσulαrH”ynσhrotronHPhotoeleσtronH
”peσtrosσopyVHAdvancespinpChemicalpPhysicsTH2007THZYaUZbb 18

374 xineαrHunequαlitiesHforHpiαgonαlHqlementsHofHpensityHyαtriσesVHAdvancespinpChemicalpPhysicsTH2007TH]][U]d[ 19

373 mnαlysisHofHwαveHfunσtionsHforHopenUshellHmoleσulesVHPhysicalpChemistrypChemicalpPhysicsTH2007THeTHYddYUe]3.6 45

372 qffeσtiveHloσαlHpotentiαlsHforHorπitαlUdependentHdensityHfunσtionαlsVHJournalpofpChemicalpPhysicsTH
2006THYZaTHXdYYX] 3.9 79

371 tighUdensityHlimitHofHtheHPerdewUnurkeUqrnzerhofHgenerαlizedHgrαdientHαpproximαtionHαndHrelαtedH
densityHfunσtionαlsVHPhysicalpReviewpATH2006THc]TH 2.6 35

370 mπHinitioHdirαdiσαlWzwitterioniσHpolαrizαπilitiesHαndHhyperpolαrizαπilitiesHinHtwistedHdouπleHπondsVH
JournalpofpPhysicalpChemistrypATH2006THYYXTHcYdeUeb 2.8 30

369 †ptimizedHeffeσtiveHpotentiαlsHyieldingHtαrtreeUroσkHenergiesHαndHdensitiesVHJournalpofpChemicalp
PhysicsTH2006THYZ]THY]YYX[ 3.9 162

368 zeσessαryHσonditionsHforHtheHzUrepresentαπilityHofHpαirHdistriπutionHfunσtionsVHInternationalpJournalp
ofpQuantumpChemistryTH2006THYXbTHY]dcUY]ed 2.1 46

367 xˆ¶wdinHpopulαtionHαnαlysisHwithHαndHwithoutHrotαtionαlHinvαriαnσeVHInternationalpJournalpofp
QuantumpChemistryTH2006THYXbTHZXbaUZXcZ 2.1 53

366 ”toiσhiometriσHoxidαtionsHofHˇ�UπondsfH“αdiσαlHαndHpossiπleHnonUrαdiσαlHpαthwαysVHJournalpofp
MolecularpCatalysispATH2006THZaYTHZ]U[[ 26

365 ohαrgeHαndH”pinHpistriπutionsH2006THYXXYUYXXY

(2006-2009)
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364
oomputαtionαlHstudiesHofHtheHthermαlHfrαgmentαtionHofHPUαrylphosphirαnesfHhαveH
αrylphosphinidenesHπeenHgenerαtedHπyHthisHmethodkVHJournalpofpthepAmericanpChemicalpSocietyTH
2005THYZcTHeddbUe]

16.4 19

363 xigαndUαssistedHreduσtionHofHosmiumHtetroxideHwithHmoleσulαrHhydrogenHviαHαH−[SZ]HmeσhαnismVH
JournalpofpthepAmericanpChemicalpSocietyTH2005THYZcTH[]Z[U[Z 16.4 36

362 ”pinHpolαrizαtionHαndHαnnihilαtionHforHrαdiσαlsHαndHdirαdiσαlsVHInternationalpJournalpofpQuantump
ChemistryTH2005THYX[THYUe 2.1 44

361 qnergiesHofHisoeleσtroniσHαtomiσHionsHfromHαHsuσσessfulHmetαgenerαlizedHgrαdientHαpproximαtionH
αndHotherHdensityHfunσtionαlsVHPhysicalpReviewpATH2004THcXTH 2.6 30

360 nondingHinHrtrâ��THPtrQZTHαndHrtrVHInternationalpJournalpofpQuantumpChemistryTH2004THedTH[YcU[Z] 2.1 21

359 xαrgeHspinHdifferenσesHinHstruσturαllyHrelαtedHrebHmoleσulαrHσlustersHαndHtheirHmαgnetostruσturαlH
explαnαtionVHInorganicpChemistryTH2004TH][THaaXaUZY 5.1 130

358 PolynuσleαrHmαngαneseHσomplexesHwithHtheHdiσαrπoxylαteHligαndHmUphenylenedipropionαtefHαH
hexαnuσleαrHmixedUvαlenσeHP[ynPuuuQTH[ynPu QQHσomplexVHInorganicpChemistryTH2004TH][THYXYUYa 5.1 51

357
mnHinvestigαtionHintoHtheHrelαtiveHinfluenσeHofHαlkoxideHαndHthiolαteHligαndsHonHtheHmetαlâ��σαrπonH
tripleHπondHinHö[ykotHσompoundsTHwhereHyiorTHyoHαndHWHαndHöi†tTH”tTH†ot[TH”ot[TH†or[HαndH
”or[HfromHeleσtroniσHstruσtureHσαlσulαtionsVHPolyhedronTH2003THZZTHY]aUYaZ

2.7 3

356 xineαrHinequαlitiesHforHdensityHmαtriσesfHuuuVHInternationalpJournalpofpQuantumpChemistryTH2003THeYTHYU] 2.1 21

355
”emiempiriσαlHloσαlHspinfH–heoryHαndHimplementαtionHofHtheHüux”tHmethodHforHprediσtingH
teisenπergHexσhαngeHσonstαntsHofHpolynuσleαrHtrαnsitionHmetαlHσomplexesVHInternationalpJournalpofp
QuantumpChemistryTH2003THeZTHZe]U[Za

2.1 45

354 PopulαtionHαnαlysesHthαtHutilizeHprojeσtionHoperαtorsVHInternationalpJournalpofpQuantumpChemistryTH
2003THe[TH[d]U[e] 2.1 64

353
”ingleUmoleσuleHmαgnetsfHtwoUeleσtronHreduσedHversionHofHαHynYZHσomplexHαndHenvironmentαlH
influenσesHonHtheHmαgnetizαtionHrelαxαtionHofHPPPh]QPZQ−ynPYZQ†PYZQP†PZQootolZQPYbQPtZ†Q]]VH
JournalpofpthepAmericanpChemicalpSocietyTH2003THYZaTH[acbUdd

16.4 144

352 yethαnolysisHαndHphenolysisHroutesHtoHrebTHredTHαndHreYQHσomplexesHαndHtheirHmαgnetiσHpropertiesfH
αHnewHtypeHofHredHferriσHwheelVHInorganicpChemistryTH2003TH]ZTHcdYeUZe 5.1 59

351 []”HisotopeHeffeσtHonHsulfαteHesterHhydrolysisfHmeσhαnistiσHimpliσαtionsVHJournalpofpthepAmericanp
ChemicalpSocietyTH2003THYZaTHY[X[bUc 16.4 24

350 pUnenzyneHderivαtivesHthαtHhαveHexσeptionαllyHsmαllHsingletUtripletHgαpsHαndHevenHαHtripletHgroundH
stαteVHJournalpofpOrganicpChemistryTH2003THbdTH[[dcUeb 4.2 22

349 zonU”ternâ�� olmerH’uenσhingHofH”YpprnHrluoresσenσeHπyH†ZαndHtheHohαrgeH–rαnsferHoomplexâ� VH
JournalpofpPhysicalpChemistrypATH2003THYXcTH[aaZU[aad 2.8 6

348 mH–ppr–HdesσriptionHofHtheHlowUenergyHexσitedHstαtesHofHσopperHαndHzinσHmetαlloenediynesVH
ChemicalpCommunicationsTH2003THZdcbUc 5.8 4

347 qxασtnessHofHtheHgenerαlHtwoUπodyHσlusterHexpαnsionHinHmαnyUπodyHquαntumHtheoryVHPhysicalp
ReviewpLettersTH2003THeYTHYZ[XXY 7.4 21
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346 zewHtimeUindependentHperturπαtionHtheoryHforHtheHmultireferenσeHproπlemVHInternationalpJournalp
ofpQuantumpChemistryTH2002THdbTHZabUZb] 2.1 21

345 –heHeffeσtHofHtheHπαsisHsetHsuperpositionHerrorHonHtheHgeometryHoptimizαtionHofHtheHpUprnâ��zZH
σomplexVHChemicalpPhysicspLettersTH2002TH[bXTHeeUYX[ 2.5 13

344 xoσαlHspinHuuVHMolecularpPhysicsTH2002THYXXTH[c[U[d[ 1.7 70

343 xoσαlH”pinHuuufHHWαveHrunσtionHmnαlysisHαlongHαH“eασtionHooordinαteTHtHmtomHmπstrασtionTHαndH
mdditionHProσessesHofHnenzyneVHJournalpofpPhysicalpChemistrypATH2002THYXbTHbdeXUbdeb 2.8 47

342
–risthiolαtomolyπdenumHnitridesTHP“”QP[Qyo−tripleHπond]zHwhereH“HiHPiQPrHαndHPtQnuTHprepαrαtionTH
σhαrασterizαtionHαndHσompαrisonsHwithHrelαtedHtriαlkoxymolyπdenumnitridesVHInorganicpChemistryTH
2002TH]YTH[][cU][

5.1 11

341
unsightsHintoHtheHmetαthesisHreασtionHinvolvingHyUyTHoUoTHαndHyUoHtripleHπondsHfromHσomputαtionsH
employingHdensityHfunσtionαlHtheoryHonHmodelHσompoundsHyZP†tQbHαndHyZP”tQbTHwhereHyHiHyoH
αndHWVHJournalpofpthepAmericanpChemicalpSocietyTH2002THYZ]THYa[aYUd

16.4 21

340 yodelHyoleσulαrHyαgnetsVHJournalpofpPhysicalpChemistrypATH2002THYXbTHc]abUc]bY 2.8 32

339 oompαrisonHofH˛–HotHαndHorHασtivαtionHinHαlkylHtrαnsitionHmetαlHσomplexesfHαHpr–HαndHom””orHstudyVH
MolecularpPhysicsTH2002THYXXTHa[[Ua]X 1.7 21

338 –woHnewHhexαnuσleαrHironPuuuQHσomplexesHwithH”HiHaHgroundHstαtesVHDaltonpTransactionspRSCTH2002TH]XXaU]XYX 36

337 unsightsHintoHtheH”σhroσkHOσhopUσhopOHreασtionHgαinedHfromHdensityHfunσtionαlHtheoryHαndH
prepαrαtionHαndHstruσtureHofHWZPmuUPhooPhQP”obt]UZUyeQbVHChemicalpCommunicationsTH2002THZccXUY 5.8 7

336 yodelHstudiesHofHhydrogenHαtomHαdditionHαndHαπstrασtionHproσessesHinvolvingHorthoUTHmetαUTHαndH
pαrαUπenzynesVHJournalpofpthepAmericanpChemicalpSocietyTH2001THYZ[THYXbeYUd 16.4 31

335 –heoretiσαlHstudyHofHtheHphotoeleσtronHspeσtrαHofHgαseousHou[ol[VHMolecularpPhysicsTH2001THeeTHY[ZeUY[[]1.7 9

334 —seHofHtheHdiσαrπoxylαteHligαndHmUphenylenedipropionαteHforHtheHsynthesisHofHnewHynW†HσlustersVH
”ynthesisTHσhαrασterizαtionHαndHmαgnetiσHpropertiesVHPolyhedronTH2001THZXTHY[caUY[dX 2.7 18

333 mπHinitioHσαlσulαtionsHonHörnqHPöHiHuTHöeTHosTHαndHnαgHniYTHZTH]THαndHbgHqiâ��YTHXTHSYTHαndHSZQHmoleσulesVH
InternationalpJournalpofpQuantumpChemistryTH2001THdYTHZ[dUZ]a 2.1 1

332 mHdensityHfunσtionαlHmethodHforHdegenerαteHspinUmultipletHσomponentsVHChemicalpPhysicspLettersTH
2001TH[]XTHY]ZUYaX 2.5 25

331 –heHoopeHreαrrαngementHinHtheoretiσαlHretrospeσtVHComputationalpandpTheoreticalpChemistryTH2001TH
ac[THdYUde 52

330 mπHinitioHoomptonHmαpsHofHsmαllHmoleσulesVHMolecularpPhysicsTH2001THeeTHYcaUYdb 1.7 6

329 xoσαlHspinVHJournalpofpChemicalpPhysicsTH2001THYYaTHc[dZUc[eZ 3.9 156
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328 ”truσtureHofHtheHexασtHwαveHfunσtionVHuuVHuterαtiveHσonfigurαtionHinterασtionHmethodVHJournalpofp
ChemicalpPhysicsTH2001THYYaTHZXXXUZXXb 3.9 56

327
mHσompαrisonHofHtheHinfluenσesHofHαlkoxideHαndHthiolαteHligαndsHonHtheHeleσtroniσHstruσtureHαndH
reασtivityHofHmolyπdenumP[SQHαndHtungstenP[SQHσomplexesVHprepαrαtionHαndHstruσturesHofH
yPZQP†P–QnuQPZQP”PtQnuQP]QTH−yoP”PtQnuQP[QPz†Q]PZQTHαndHWP”PtQnuQP[QPz†QPpyQVHJournalpofpthep
AmericanpChemicalpSocietyTH2001THYZ[THebaZUb]

16.4 30

326 qleσtroniσTH”truσturαlTHαndHtyperfineHunterασtionHunvestigαtionsHonH“ydπergHyoleσulesfHHzt]TH†t[TH
αndHrtZVHJournalpofpPhysicalpChemistrypATH2001THYXaTHYXeYaUYXeZY 2.8 27

325 —pr–HαndHyo”orHdesσriptionsHofHtheHphotoσhemiσαlHnergmαnHσyσlizαtionHofHenediynesVHJournalpofp
thepAmericanpChemicalpSocietyTH2001THYZ[THZbaXUc 16.4 55

324 –heoretiσαlH”tudyHofHtheHqleσtroniσH”peσtrumHαndHq”“HofHtheHotZ†tH“αdiσαlVHJournalpofpPhysicalp
ChemistrypATH2001THYXaTH]aadU]abZ 2.8 12

323 winetiσHαndHpotentiαlHenergyHofHisoeleσtroniσHαtomiσHionsHfromHdensityHfunσtionαlHtheoryHσompαredH
withHexασtHvαluesVHMolecularpPhysicsTH2000THedTHYXdeUYXec 1.7 11

322 –heoretiσαlHinvestigαtionHofHeleσtroniσHstruσtureHαndHq”“HhyperfineHpαrαmetersHforHtheHoutSH
moleσuleVHInternationalpJournalpofpQuantumpChemistryTH2000THccTHZeYU[XX 2.1 28

321 qleσtronHdistriπutionsHinHrαdiσαlsVHInternationalpJournalpofpQuantumpChemistryTH2000THccTH[YbU[Z[ 2.1 19

320 ohαrgeHdensitiesHforHsingletHαndHtripletHeleσtronHpαirsVHInternationalpJournalpofpQuantumpChemistryTH
2000THccTHbaYUbbX 2.1 26

319 qnhαnσedHseσondUorderHtreαtmentHofHeleσtronHpαirHσorrelαtionVHInternationalpJournalpofpQuantump
ChemistryTH2000THcdTHZZbUZ[b 2.1 18

318 pistriπutionHofHeffeσtivelyHunpαiredHeleσtronsVHChemicalpPhysicspLettersTH2000TH[[XTHYbYUYbd 2.5 171

317 mHthirdHisolαtedHoxidαtionHstαteHforHtheHynYZHfαmilyHofHsingleUmoleσuleHmαgnetsVHChemicalp
CommunicationsTH2000THZ]YcUZ]Yd 5.8 86

316 pimolyπdenumHπisPP”T”T”QUtriisopropαnolαminαteP[UQQfHαHπlueHσompoundHwithHαnHunusuαlHyoUyoH
tripleHπondVHInorganicpChemistryTH2000TH[eTH[a]]UaX 5.1 8

315 rασileHαndH“eversiπleHoleαvαgeHofHoâ��rHnondsVHoontrαstingH–hermodynαmiσH”eleσtivityHforH“uorZtH
vsHr†sortVHJournalpofpthepAmericanpChemicalpSocietyTH2000THYZZTHdeYbUde[Y 16.4 88

314 ooordinαtedHσαrπenesHfromHeleσtronUriσhHolefinsHonH“utolPPPr[iQZVHNewpJournalpofpChemistryTH2000TH
Z]THeUZb 3.6 73

313 pirαdiσαlHohαrασterHofHtheHoopeH“eαrrαngementH–rαnsitionH”tαteVHJournalpofpthepAmericanpChemicalp
SocietyTH2000THYZZTHYdbUYdc 16.4 111

312 rαteHofHotZotqHPqHiHtTH†yeQHinHtheHPresenσeHofH—nsαturαtedH“uPöQPtQxZqSPöHiHolTqiHXgHöHiHo†TqiH
YQf´ HtighlyH”ensitiveHtoHöHαndHqVHOrganometallicsTH2000THYeTHZZeYUZZed 3.8 15

311 –rαnsitionH“egionsHinHtheHoopeH“eαrrαngementHofHYTaUtexαdieneHαndHutsHoyαnoHperivαtivesVHJournalp
ofpthepAmericanpChemicalpSocietyTH2000THYZZTHc[ccUc[da 16.4 73
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310 usHtheHtydrogenHnondHinHWαterHpimerHαndHuσeHoovαlentkVHJournalpofpthepAmericanpChemicalpSocietyTH
2000THYZZTHYZYXUYZY] 16.4 161

309 ohαrgeHdensitiesHforHsingletHαndHtripletHeleσtronHpαirsH2000THccTHbaY 1

308 y—x–uU“qrq“qzoqHPq“–—“nm–u†zH–tq†“øVHRecentpAdvancespinpComputationalTH1999TH[YUb[ 12

307
qleσtronHspinHresonαnσeHstudiesHofH]a”σYc†THdeøYc†THαndHY[exαYc†HinHrαreHgαsHmαtriσesfH
oompαrisonHwithHαπHinitioHeleσtroniσHstruσtureHαndHnuσleαrHhyperfineHσαlσulαtionsVHJournalpofp
ChemicalpPhysicsTH1999THYYXTHabadUabbe

3.9 36

306 †rπitαlHmomentumHprofilesHαndHπindingHenergyHspeσtrαHforHtheHσompleteHvαlenσeHshellHofHpropαneVH
JournalpofpChemicalpPhysicsTH1999THYYYTHeaZbUea[a 3.9 27

305
qleσtronHspinHresonαnσeHαndHtheoretiσαlHstudiesHofHtheHY]zkkkkY]zHαndHYazkkkkYazHspinUpαirH
rαdiσαlsHinHneonHmαtriσesfH–heHeffeσtsHofHmixingHαmongHtheHY˛£gSTH[˛£uSTHa˛£gSTHαndHc˛£uSHeleσtroniσH
stαtesVHJournalpofpChemicalpPhysicsTH1999THYYYTH[Y]aU[Ya]

3.9 16

304 “eαssignmentHofHtheHml”iâ��HphotoeleσtronHspeσtrumHπyHαπHinitioHσonfigurαtionHinterασtionH
σαlσulαtionsVHMolecularpPhysicsTH1999THebTHc[aUc]X 1.7 3

303 pensityHfunσtionαlHtheoryHσαlσulαtionsHforHrâ��VHChemicalpPhysicspLettersTH1999TH[XXTH]]UaZ 2.5 38

302 ”σαledHquαntumHmeσhαniσαlHstudyHofHviπrαtionαlHforσeHfieldHforHpUdifluoroπenzeneHαndH
pUfluorotolueneVHInternationalpJournalpofpQuantumpChemistryTH1999THcZTHZ]eUZbX 2.1 8

301 –hermαlH“eαrrαngementsHofHzorσαrαdieneVHJournalpofpthepAmericanpChemicalpSocietyTH1999THYZYTHbeZdUbe[a16.4 51

300 qleσtroniσH”truσtureHαndHxowUxyingHqleσtroniσH”tαtesHofHml[†HαndHml[†UfHHPhotoeleσtronH”peσtrumH
ofHml[†UVHJournalpofpPhysicalpChemistrypATH1999THYX[THZdbcUZdcZ 2.8 27

299 –heoretiσαlHunterpretαtionHofHtheHPhotoeleσtronH”peσtrαHofHml[†ZUHαndHml[†[UVHJournalpofpPhysicalp
ChemistrypATH1999THYX[THdedaUdee[ 2.8 33

298 −ZVZVZ]propellαneHreαrrαngementsVHChemicalpPhysicspLettersTH1998THZd]TH[XYU[Xc 2.5 18

297 üeroHpointHσorreσtionsHtoHvertiσαlHexσitαtionHenergiesVHChemicalpPhysicspLettersTH1998THZdaTHYaaUYae 2.5 60

296 –heHreduσedHmodelHspασeHmethodHinHmultireferenσeHseσondUorderHperturπαtionHtheoryVHChemicalp
PhysicspLettersTH1998THZebTH][aU]]] 2.5 28

295 towHroπustHisHpresentUdαyHpr–kVHInternationalpJournalpofpQuantumpChemistryTH1998THbeTHZ]YUZ]a 2.1 68

294 poesH—nrestriσtedHyˆ‚llerâ��PlessetHPerturπαtionH–heoryHforHxowH”pinHoonvergeHWhenHtheH”ystemH
tαsHαH–ripletHsroundH”tαtekVHJournalpofpPhysicalpChemistrypATH1998THYXZTH]c]ZU]c]b 2.8 23

293 oαrπeneHoomplexesHfromH†lefinsTH—singH“utolPPiPr[QZVHunfluenσeHofHtheH†lefinH”uπstituentVHJournalp
ofpthepAmericanpChemicalpSocietyTH1998THYZXTHe[ddUe[de 16.4 37

(1998-2000)
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292 –heoretiσαlHαndHeleσtronHspinHresonαnσeHstudiesHofHtheHtktTHtkpTHαndHpkpHspinUpαirHrαdiσαlsHinHrαreH
gαsHmαtriσesfHmHσαseHofHextremeHsingletâ��tripletHmixingVHJournalpofpChemicalpPhysicsTH1998THYXeTHY]XeUY]Z] 3.9 37

291 sroundUstαteHenergiesHofHisoeleσtroniσHαtomiσHseriesHfromHdensityUfunσtionαlHtheoryfHqxploringHtheH
ασσurασyHofHdensityHfunσtionαlsVHPhysicalpReviewpATH1998THadTHYeXZUYeXe 2.6 24

290 pensityHfunσtionαlHσαlσulαtionsHforHygnSHσlustersVHJournalpofpChemicalpPhysicsTH1997THYXbTHZ[[YUZ[]Y 3.9 22

289 qleσtronHmomentumHspeσtrosσopyHofHtZHαndHpZfHuonizαtionHtoHgroundHαndHexσitedHfinαlHstαtesVH
PhysicalpReviewpATH1997THabTHY[e[UY]XZ 2.6 25

288 oorrelαtionHstαtesHofHpropeneVHJournalpofpChemicalpPhysicsTH1997THYXcTH]ZeaU][Xb 3.9 12

287
qleσtronHspinHresonαnσeHmαtrixHisolαtionHstudiesHofHZcmlYbTYc†THbeTcYsαYbTYc†HαndHYYaunYbTYc†fH
†πservedHhyperfineHinterασtionsHσompαredHwithHαπHinitioHtheoretiσαlHresultsVHJournalpofpChemicalp
PhysicsTH1997THYXcTHcXYYUcXYe

3.9 33

286 oαlσulαtionαlHqvidenσeHforHxασkHofHuntermediαtesHinHtheH–hermαlH—nimoleσulαrH inylσyσlopropαneHtoH
oyσlopenteneHYT[U”igmαtropiσH”hiftVHJournalpofpthepAmericanpChemicalpSocietyTH1997THYYeTHYXa][UYXa]] 16.4 54

285 oouldHZVZVZUPropellαtrieneHqxistkVHJournalpofpthepAmericanpChemicalpSocietyTH1997THYYeTHY]]eUY]]e 16.4 6

284 –heHgroundHstαteHofHethyleneVHComputationalpandpTheoreticalpChemistryTH1997TH]XXTHYbeUYcb 5

283 qvαluαtionHofHαHσhαrασteristiσHαtomiσHrαdiusHπyHαnHαπHinitioHmethodVHInternationalpJournalpofp
QuantumpChemistryTH1997THbZTH]cUa[ 2.1 58

282 qvαluαtionHofHαHσhαrασteristiσHαtomiσHrαdiusHπyHαnHαπHinitioHmethodH1997THbZTH]c 1

281 –heH”pαtiαlHqxtentHofHtheH H”tαteHofHqthyleneHαndHutsH“elαtionHtoHpynαmiσHoorrelαtionHinHtheHoopeH
“eαrrαngementVHThepJournalpofpPhysicalpChemistryTH1996THYXXTHbYbYUbYbb 53

280 –heHumportαnσeHofHunσludingHpynαmiσHqleσtronHoorrelαtionHinHαπHunitioHoαlσulαtionsVHAccountspofp
ChemicalpResearchTH1996THZeTHbcUca 24.3 221

279 qleσtronHmomentumHspeσtrosσopyHexperimentsHαndHσαlσulαtionsHforHtheHproduσtionHofHexσitedH
stαtesHofHteSHαndVHCanadianpJournalpofpPhysicsTH1996THc]THc]dUcab 1.1 18

278 qleσtronHspinHresonαnσeHmαtrixHisolαtionHαndHαπHinitioHtheoretiσαlHinvestigαtionsHofHbeTcYsαtZTH
beTcYsαpZTHtbeTcYsαot[THαndHpbeTcYsαop[VHJournalpofpChemicalpPhysicsTH1996THYXaTHbbXcUbbYa 3.9 34

277 mπHinitioHoαlσulαtionsHonHqxσitedHyoleσulαrHuonsHofHqthyleneHαndHmσetyleneVHAustralianpJournalpofp
PhysicsTH1996TH]eTHZ]c 7

276 oommentHonHâ��oommentHonHpunningOsHσorrelαtionUσonsistentHπαsisHsetsâ��VHChemicalpPhysicspLettersTH
1996THZbXTHaY]UaYd 2.5 325

275 “efinementHofHtheHmsymptotiσHüHqxpαnsionHforHtheHsroundU”tαteHoorrelαtionHqnergiesHofHmtomiσH
uonsVHThepJournalpofpPhysicalpChemistryTH1996THYXXTHbYbcUbYcZ 105

Ernest Davidson
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274
mnHeleσtronHspinHresonαnσeHinvestigαtionHofHvαnαdiumHdioxideHPaY Yb†ZHαndHaY Yc†ZQHαndH
aY Yc†HinHneonHmαtriσesHwithHpreliminαryHαssignmentsHforH †[HαndH SZfHoompαrisonHwithHαπHinitioH
theoretiσαlHσαlσulαtionsVHJournalpofpChemicalpPhysicsTH1996THYXaTHYXZ[cUYXZaX

3.9 56

273 †neUeleσtronHpropertiesHofHmoleσulesHσαlσulαtedHusingHseσondUorderHmultireferenσeHperturπαtionH
theoryVHInternationalpJournalpofpQuantumpChemistryTH1995THa[THY]eUYbX 2.1 11

272 †nHeleσtronHσorrelαtionHinHzαolZVHInternationalpJournalpofpQuantumpChemistryTH1995THa]THZeeU[X] 2.1 16

271 ”tudyHofHσorrelαtionHstαtesHofHασetyleneHπyHsynσhrotronHphotoeleσtronHspeσtrosσopyVHJournalpofp
ChemicalpPhysicsTH1995THYX[THYXa[cUYXa]c 3.9 24

270 q”“HoπservαtionHofHtheHtkkktTHtkkkpTHαndHpkkkpHspinUpαirHrαdiσαlsHinHrαreHgαsHmαtriσesVHJournalpofp
ChemicalpPhysicsTH1995THYX[THaZcaUaZcd 3.9 11

269 –heoretiσαlHstudyHofHtheHαdsorptionHofHσαrπonHmonoxideHonHαHzαolHPYXXQHsurfασeVHSurfacepScienceTH
1995TH[ZZTH[]ZU[bX 1.8 19

268 zZHασtivαtionHπyHironUsulfurHσomplexesVHTheoreticapChimicapActaTH1995THeZTH[YaU[Zb 14

267 –heHoopeH“eαrrαngementH“evisitedHwithHyultireferenσeHPerturπαtionH–heoryVHJournalpofpthep
AmericanpChemicalpSocietyTH1995THYYcTHcc]Uccd 16.4 97

266 –heoryHαndHyeσhαnismHofHtheHmllylideneσyσlopropαneUtoUyethyleneσyσlopenteneH–hermαlH
usomerizαtionVHJournalpofpthepAmericanpChemicalpSocietyTH1995THYYcTHd]eaUdaXY 16.4 28

265 oorrelαtionHstαtesHofHethyleneVHJournalpofpChemicalpPhysicsTH1995THYXZTHb[daUb[ee 3.9 40

264 “eplyHtoHσommentHonHâ��mHpossiπleHdefinitionHofHπαsisHsetHsuperpositionHerrorâ��VHChemicalpPhysicsp
LettersTH1995THZ]YTHY]bUY]d 2.5 11

263 zUrepresentαπilityHofHtheHeleσtronHpαirHdensityVHChemicalpPhysicspLettersTH1995THZ]bTHZXeUZY[ 2.5 63

262 tighUresolutionHzeroHkinetiσHenergyHphotoeleσtronHspeσtrαHofHpαrαUnUpropylαnilineVHJournalpofp
ChemicalpPhysicsTH1994THYXXTHa]YYUa]ZY 3.9 19

261
qleσtronHspinHresonαnσeHinvestigαtionHofHsmαllHmαgnesiumHσlusterHσαtionHrαdiσαlsTHygSzTHinHneonH
αndHαrgonHmαtriσesHαtH]HwfHoompαrisonHwithHαπHinitioHσαlσulαtionsVHJournalpofpChemicalpPhysicsTH1994TH
YXXTHcdbcUcdc]

3.9 21

260 mHpossiπleHdefinitionHofHπαsisHsetHsuperpositionHerrorVHChemicalpPhysicspLettersTH1994THZYcTH]dUa] 2.5 98

259 oonsiderαtionsHinHσonstruσtingHαHmultireferenσeHseσondUorderHperturπαtionHtheoryVHJournalpofp
ChemicalpPhysicsTH1994THYXXTH[bcZU[bdZ 3.9 164

258 oonfigurαtionHunterασtionHWαveHrunσtionsVHNATOpASIpSeriespSeriespB:pPhysicsTH1994THYXaUY[Y 3

257 sroundUstαteHσorrelαtionHenergiesHforHαtomiσHionsHwithH[HtoHYdHeleσtronsVHPhysicalpReviewpATH1993TH
]cTH[b]eU[bcX 2.6 457

(1993-1996)

9



256 ”omeHPerspeσtivesHonH’uαntumHoαlσulαtionsVHIsraelpJournalpofpChemistryTH1993TH[[THZ][UZaZ 3.4 8

255 –heHtrαnsitionHmetαlUσαrπonylHπondVHAccountspofpChemicalpResearchTH1993THZbTHbZdUb[a 24.3 104

254 –heHwαterHdimerfHσorrelαtionHenergyHσαlσulαtionsVHThepJournalpofpPhysicalpChemistryTH1993THecTHb[c[Ub[d[ 81

253 nindingHenergyHofHσhromiumHhexασαrπonylVHZVH“evisitedHwithHσorrelαtionHeffeσtsVHThepJournalpofp
PhysicalpChemistryTH1993THecTH][ecU]]X[ 19

252  iπrαtionsHofH”YHPYnZuQHpUdifluoroπenzeneUd]H”YU”XHfluoresσenσeHspeσtrosσopyHαndHαπHinitioH
σαlσulαtionsVHThepJournalpofpPhysicalpChemistryTH1993THecTHaaXbUaaYd 21

251 mlkαliUmetαlHdihαlideHmoleσulesfHeleσtroniσHspeσtrumVHThepJournalpofpPhysicalpChemistryTH1993THecTHaddZUadda 4

250 qleσtronHσorrelαtionHσontriπutionHtoHtheHhydrogenHπondHinHhydrogenHfluorideHdimerVHThepJournalpofp
PhysicalpChemistryTH1993THecTHb[bcUb[cZ 51

249 üeroHkinetiσHenergyHphotoeleσtronHspeσtrαHofHjetUσooledHαnilineVHJournalpofpChemicalpPhysicsTH1993TH
eeTH[ZZ]U[Z[[ 3.9 93

248 oompαrisonHofHαπHinitioHαndHmultipoleHdeterminαtionsHofHtheHeleσtrostαtiσHinterασtionHofHασetαmideH
dimersVHComputationalpandpTheoreticalpChemistryTH1993THZdZTHYeU[Y 8

247 mlkαliUmetαlHdihαlideHmoleσulesVHThepJournalpofpPhysicalpChemistryTH1992THebTH[bd[U[bdd 10

246 mHtheoretiσαlHstudyHofHtheHxUrαyHphotoeleσtronHionizαtionHenergiesHofHrelαtedHσαrπonylHσompoundsfH
formαldehydeTHασetαldehydeTHαndHασetoneVHThepJournalpofpPhysicalpChemistryTH1992THebTHYXbdZUYXbdc 17

245 mHtheoretiσαlHinvestigαtionHofHsomeHlowUlyingHeleσtroniσHstαtesHofHimidαzoleVHJournalpofpChemicalp
PhysicsTH1992THecTHYddYUYdeY 3.9 34

244 qnergetiσsHαndHeleσtroniσHstruσtureHofHσhromiumHhexασαrπonylVHThepJournalpofpPhysicalpChemistryTH
1992THebTHZYZeUZY]Y 27

243 ”tereomutαtionHofHσyσlopropαneHrevisitedVHmnHαπHinitioHinvestigαtionHofHtheHpotentiαlHsurfασeHαndH
σαlσulαtionHofHseσondαryHisotopeHeffeσtsVHJournalpofpthepAmericanpChemicalpSocietyTH1992THYY]THZXdaUZXe[16.4 58

242 yomentumHdistriπutionsTHspinHdistriπutionsTHαndHπondingHinHmethylαmineHαndHitsHrαdiσαlHσαtionVH
JournalpofpthepAmericanpChemicalpSocietyTH1992THYY]THb]ebUbaX] 16.4 20

241 oαlσulαtionsHonHmodelHsystemsHusingHquαsiUdegenerαteHvαriαtionαlHperturπαtionHtheoryHwithHαnH
αverαgeHpαirHσorreσtionVHInternationalpJournalpofpQuantumpChemistryTH1992TH]ZTHZc[UZda 2.1 19

240 pifferentHformsHofHperturπαtionHtheoryHforHtheHσαlσulαtionHofHtheHσorrelαtionHenergyVHInternationalp
JournalpofpQuantumpChemistryTH1992TH][THcaaUcbd 2.1 69

239 mHtestHofHtheHtirshfeldHdefinitionHofHαtomiσHσhαrgesHαndHmomentsVHTheoreticapChimicapActaTH1992TH
d[TH[YeU[[X 249

Ernest Davidson
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238 umprovedHαlgorithmsHforHtheHlowestHfewHeigenvαluesHαndHαssoσiαtedHeigenveσtorsHofHlαrgeHmαtriσesVH
JournalpofpComputationalpPhysicsTH1992THYX[TH[dZU[de 4.1 110

237 –heoretiσαlHσαlσulαtionHofHtheHphotoeleσtronHspeσtrumHofHethyleneVHChemicalpPhysicspLettersTH1992TH
YeXTHZ[YUZ[a 2.5 21

236 tαrmoniσHmodeHsσrαmπlingHinHpUdifluoroπenzeneVHChemicalpPhysicspLettersTH1992THYecTHYZ[UY[X 2.5 5

235 PerturπαtionHtheoryHforHopenHshellHsystemsVHChemicalpPhysicspLettersTH1991THYdcTH]aYU]a] 2.5 124

234 PotentiαlHsurfασeHsymmetryHαndHviπroniσHwαveHfunσtionsHforHmethαneHσαtionVHJournalpofpChemicalp
PhysicsTH1991THeaTHbaaYUbabY 3.9 21

233 pependenσeHofHpUnUpropylαnilineHionizαtionHpotentiαlHonHmoleσulαrHσonformαtionfHσompαrisonHofH
experimentHwithHtheoryVHJournalpofpthepAmericanpChemicalpSocietyTH1991THYY[TH[ZXZU[ZX[ 16.4 12

232 sroundUstαteHσorrelαtionHenergiesHforHtwoUHtoHtenUeleσtronHαtomiσHionsVHPhysicalpReviewpATH1991TH]]THcXcYUcXd[2.6 337

231 –heHoopeHreαrrαngementHrevisitedVHJournalpofpthepAmericanpChemicalpSocietyTH1991THYY[THecabUecae 16.4 70

230 –heoretiσαlHmpproασhesHtoHq”“H”peσtrosσopyH1991TH]ZeU]aa 7

229 yqxpfHmHyαnyHqleσtronHpesσriptionH1991TH[dYU][[ 4

228 –heoretiσαlHstudyHofHexσitαtionHenergiesHofHmethαniminiumHσαtionTHpropeniminiumHσαtionTHαndH
propenimineVHThepJournalpofpPhysicalpChemistryTH1990THe]TH[e]]U[eaY 15

227 –heHσorrelαtionHpotentiαlHforHtwoUeleσtronHαtomiσHionsVHInternationalpJournalpofpQuantumpChemistryTH
1990TH[cTHdYYUdYe 2.1 27

226 –heHestimαtionHofHeleσtronHαffinitiesHfromαπHinitioHYsHorπitαlHenergiesVHTheoreticapChimicapActaTH1990
THcdTHZaU[X 3

225 oonfigurαtionHinterασtionHσαlσulαtionsHonHtheHpropαneHrαdiσαlHσαtionTHo[tHSdVHTheoreticapChimicap
ActaTH1990THccTHYYYUYZZ 18

224 oorollαryHtoHdensityUfunσtionαlHtheoryVHPhysicalpReviewpATH1990TH]ZTHZa[eUZa]Y 2.6 5

223 mπHinitioHstudyHonHtheHexσitαtionHenergiesHofHtheHprotonαtedH”σhiffHπαseHofHYYUσisUretinαlVHThep
JournalpofpPhysicalpChemistryTH1990THe]THcXY[UcXZX 31

222 mnHαnαlysisHofHtheHhydrogenHπondHinHiσeVHJournalpofpChemicalpPhysicsTH1990THe[THdXZeUdX[a 3.9 149

221 yqxpfHmHyαnyHqleσtronHpesσriptionH1990THaa[UaeZ 11

(1990-1992)
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220 –heHeleσtronHαffinityHofHoxygenfHmHsystemαtiσHσonfigurαtionHinterασtionHαpproασhVHJournalpofp
ChemicalpPhysicsTH1989THeXTHYXZ]UYX[X 3.9 65

219 mnαlysisHofHtheHπondHenergyHofH”σo†VHJournalpofpChemicalpPhysicsTH1989THeXTHaa]YUaaa] 3.9 12

218 oαlσulαtionsHonH–rαnsitionHyetαlHoomplexesVHACSpSymposiumpSeriesTH1989THYa[UYb] 0.4 4

217 myYHstudiesHonHtheHpotentiαlHenergyHsurfασeHforHtheHprotonHtrαnsferHinHprotonαtedHwαterHσlustersTH
tSPtZ†QnVHJournalpofpComputationalpChemistryTH1989THYXTHYb[UYca 3.5 12

216 mHtheoretiσαlHstudyHofHmodelsHforHöZøZHüintlHionsVHJournalpofpthepAmericanpChemicalpSocietyTH1989TH
YYYTHdYXaUdYYY 16.4 17

215 qleσtronHspinHresonαnσeHinvestigαtionsHofHYYnYZoTHYYnY[oTHαndHYXnYZoHinHneonTHαrgonTHαndHkryptonH
mαtriσesHαtH]HwfHHoompαrisonHwithHtheoretiσαlHresultsVHJournalpofpChemicalpPhysicsTH1989THeXTHbeXUbee 3.9 58

214 qnergyHpαrtitioningHofHtheHselfUσonsistentHfieldHinterασtionHenergyHofH”σo†VHJournalpofpChemicalp
PhysicsTH1989THeXTHaaaaUaabZ 3.9 56

213 zonUvertiσαlHexσitαtionHenergiesHforHlowUlyingHsingletHstαtesHofHπutαdieneHαndHhexαtrieneVHChemicalp
PhysicspLettersTH1988THY]dTHYeXUYeb 2.5 49

212 mnHαπHinitioHinvestigαtionHofHtheHstαπilizαtionHofHseleσtedHVπetαVUsuπstitutedHethylHσαtionsHαndH
VαlphαVUsuπstitutedHmethylHσαtionsVHJournalpofpthepAmericanpChemicalpSocietyTH1988THYYXTHb[XdUb[Y] 16.4 28

211 PotentiαlHenergyHsurfασesHofHotS]VHJournalpofpChemicalpPhysicsTH1988THddTHYccaUYcda 3.9 93

210 –heoretiσαlHstudyHofHVαlphαVUlασtoneTHασetoxylHdirαdiσαlTHαndHtheHgαsUphαseHdissoσiαtionHofHtheH
σhlorασetαteHαnionVHJournalpofpthepAmericanpChemicalpSocietyTH1988THYYXTHY[caUY[dY 16.4 23

209 mHmultireferenσeHouHdeterminαtionHofHtheHisotropiσHhyperfineHσonstαntsHforHfirstHrowHαtomsHnâ��rVH
JournalpofpChemicalpPhysicsTH1988THddTHcadXUcadc 3.9 93

208 –heHvαhnâ��–ellerHdistortionHinH”itS]VHJournalpofpChemicalpPhysicsTH1988THdeTH]ZZcU]Z[] 3.9 16

207 mHtheoretiσαlHstudyHofHhydridoσoπαltHσαrπonylsVHuuVHunterdependenσeHofHgeometryHαndHeleσtroniσH
struσtureVHJournalpofpChemicalpPhysicsTH1988THddTH]ebcU]ecd 3.9 19

206
–heHgenerαtionHofHYZo[YPHαndHY[o[YPHπyHreασtiveHlαserHvαporizαtionHforHrαreHgαsHmαtrixHeleσtronH
spinHresonαnσeHstudiesfHoompαrisonHwithHαπHinitioHtheoretiσαlHσαlσulαtionsVHJournalpofpChemicalp
PhysicsTH1988THddTH[]]YU[]aX

3.9 21

205 ’uαsidegenerαteHvαriαtionαlHperturπαtionHtheoryHαndHtheHσαlσulαtionHofHfirstUorderHpropertiesHfromH
vαriαtionαlHperturπαtionHtheoryHwαveHfunσtionsVHJournalpofpChemicalpPhysicsTH1988THdeTHbcedUbdY] 3.9 76

204 tyllerααsHvαriαtionαlHperturπαtionHtheoryfHmppliσαtionHtoHσorrelαtionHproπlemsHinHmoleσulαrH
systemsVHJournalpofpChemicalpPhysicsTH1988THddTHaccXUaccd 3.9 41

203 mπHinitioHinvestigαtionHofHseverαlHlowUlyingHstαtesHofHαllUtrαnsHoσtαtetrαeneVHThepJournalpofpPhysicalp
ChemistryTH1988THeZTHZYc[UZYcc 23
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202 –heoretiσαlHinvestigαtionHofHseverαlHlowUlyingHstαtesHofHtrαnsTHtrαnsUYTH[TaUhexαtrieneVHThepJournalpofp
PhysicalpChemistryTH1988THeZTHbY]UbZX 48

201  iπrαtionαlHspeσtrosσopyHofHhydrogenHσyαnideHσlustersVHThepJournalpofpPhysicalpChemistryTH1988THeZTHZeY[UZeZa 33

200 –opologyHofHtheHsroundU”tαteH”urfασeHofHot]SH1988THZXeUZYd 1

199 mHtheoretiσαlHinvestigαtionHofHsomeHlowUlyingHsingletHstαtesHofHYT[UπutαdieneVHThepJournalpofpPhysicalp
ChemistryTH1987THeYTH]]dYU]]eX 78

198 q”“HαndHαπHinitioHtheoretiσαlHstudiesHofHtheHσαtionHrαdiσαlsHY]zS]HαndHYazS]fH–heHtrαppingHofH
ionâ��neutrαlHreασtionHproduσtsHinHneonHmαtriσesHαtH]HwVHJournalpofpChemicalpPhysicsTH1987THdcTHddaUdec 3.9 82

197 †neUeleσtronHpropertiesHofHseverαlHsmαllHmoleσulesHusingHneαrHtαrtreeâ��roσkHlimitHπαsisHsetsVH
JournalpofpChemicalpPhysicsTH1987THdbTH[]Z]U[]]X 3.9 221

196 xαserHsputteringHgenerαtionHofHnZHforHq”“HmαtrixHisolαtionHstudiesfHσompαrisonHwithHαπHinitioHouH
theoretiσαlHσαlσulαtionsVHJournalpofpthepAmericanpChemicalpSocietyTH1987THYXeTH[aZYU[aZa 16.4 57

195 mπHinitioHσαlσulαtionHofHextendedHxUrαyUαπsorptionHfineHstruσtureHinHnrZVHPhysicalpReviewpBTH1987TH[aTHZbX]UZbY]3.3 60

194 –heoretiσαlHstudyHofHhydridoσoπαltHσαrπonylsVHJournalpofpthepAmericanpChemicalpSocietyTH1987THYXeTHeccUeda16.4 25

193 mπHinitioHstudiesHofH−YVYVY]UHαndH−ZVZVZ]propellαneVHJournalpofpthepAmericanpChemicalpSocietyTH1987TH
YXeTH]Y[[U]Y[e 16.4 63

192 mHtheoretiσαlHstudyHofHsomeHσoπαltHσαrπonylHσomplexesHpresentHinHtheHσαtαlytiσHσyσleHofH
hydroformylαtionVHJournalpofpthepAmericanpChemicalpSocietyTH1987THYXeTHadZdUad]X 16.4 24

191 qleσtronHmomentumHspeσtrosσopyHofHtheHvαlenσeHorπitαlsHofHtZ†HαndHpZ†fH’uαntitαtiveH
σompαrisonsHusingHtαrtreeâ��roσkHlimitHαndHσorrelαtedHwαvefunσtionsVHChemicalpPhysicsTH1987THYY[THYeU]Z 2.3 169

190 “otαtionαllyHresolvedHlαserHphotoeleσtronHspeσtrαHofHgαsUphαseHz†fHrotαtionαlHpropensityHrulesHinH
photoionizαtionVHThepJournalpofpPhysicalpChemistryTH1986THeXTHaXcdUaXd] 75

189 nαsisHsetHseleσtionHforHmoleσulαrHσαlσulαtionsVHChemicalpReviewsTH1986THdbTHbdYUbeb 68.1 680

188 xigαndHspinHpolαrizαtionHαndHαntiferromαgnetiσHσouplingHinHtrαnsitionHmetαlHdimersVHChemicalp
PhysicsTH1986THYXeTHY[YUY][ 2.3 815

187 zewHπoundsHtoHresonαnσeHeigenvαluesVHPhysicalpReviewpATH1986TH[[THZ][bUZ][e 2.6 16

186 zeonHmαtrixHq”“HαndHouHtheoretiσαlHinvestigαtionHofHYXnrSHαndHYYnrSfHPhotoionizαtionHofHnrHfromH
reασtiveHlαserHsputteringHαndHhighHtemperαtureHsourσesVHJournalpofpChemicalpPhysicsTH1986THdaTHa][cUa]]a3.9 29

185 zeonHmαtrixHq”“HαndHouHtheoretiσαlHinvestigαtionHofHmlrSgHphotoionizαtionHofHmlrHfromHthermαlHαndH
lαserHsputteringHgenerαtionHmethodsVHJournalpofpthepAmericanpChemicalpSocietyTH1986THYXdTHaXbaUaXcY 16.4 39

(1986-1988)
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184 VgαmmαVU”iliσonHstαπilizαtionHofHσαrπoniumHionsVHJournalpofpthepAmericanpChemicalpSocietyTH1986TH
YXdTH[Y[aU[Y[c 16.4 27

183 –heoretiσαlHinvestigαtionsHofHtheHeleσtroniσHstαtesHofHporphyrinsVHuuuVHxowUlyingHeleσtroniσHstαtesHofH
porphinαtoironPuuQVHInternationalpJournalpofpQuantumpChemistryTH1985THZdTHcc[Uceb 2.1 36

182 piffiσultiesHinαπHinitioHouHσαlσulαtionsHofHtheHhyperfineHstruσtureHofHsmαllHrαdiσαlsVHTheoreticapChimicap
ActaTH1985THbdTHacUbc 86

181 –heoretiσαlHinvestigαtionsHofHtheHeleσtroniσHstαtesHofHporphyrinsVHu VHxowUlyingHeleσtroniσHstαtesHofH
πisαmmineporphinαtoironPuuQVHInternationalpJournalpofpQuantumpChemistryTH1985THZdTHcecUdZZ 2.1 4

180 –heoretiσαlHinvestigαtionsHofHreHporphyrinsVH VHxowUlyingHeleσtroniσHstαtesHofH
πisαmmineporphinαtoironPuuuQVHInternationalpJournalpofpQuantumpChemistryTH1985THZdTHdZ[Ud]Z 2.1 4

179 ”truσtureHofHiσeHuhVHmπHinitioHtwoUHαndHthreeUπodyHwαterâ��wαterHpotentiαlsHαndHgeometryH
optimizαtionVHJournalpofpChemicalpPhysicsTH1985THd[THYZZ[UYZ[Y 3.9 96

178 mnHexperimentαlHαndHtheoretiσαlHstudyHofHtheHdeuteriumHquαdrupoleHσouplingHσonstαntsHofHglyσineVH
JournalpofpChemicalpPhysicsTH1985THdZTH[aYbU[aZb 3.9 12

177 yoleσulαrHeleσtronHdensityHdistriπutionsHinHpositionHαndHmomentumHspασeVHThepJournalpofpPhysicalp
ChemistryTH1985THdeTHebeUec] 40

176 mπHinitioHmultireferenσeHouHdeterminαtionsHofHtheHeleσtronHαffinityHofHσαrπonHαndHoxygenVHJournalpofp
ChemicalpPhysicsTH1985THdZTH]Y[aU]Y]Y 3.9 54

175 piσyσlopentα−efTkl]heptαleneHPαzupyreneQHσhemistryVHqleσtrophiliσHmonosuπstitutionVH–heoryHαndH
experimentVHJournalpofpthepAmericanpChemicalpSocietyTH1985THYXcTHYdebUYdee 16.4 4

174 ”omeHαspeσtsHofHtheHtripletHdiUVpiVUmethαneHreαrrαngementfHσompαrisonHofHtheHringHopeningHofH
σyσlopropyldiσαrπinylHαndHσyσlopropylσαrπinylVHJournalpofpthepAmericanpChemicalpSocietyTH1985THYXcTHaXa]UaXae16.4 12

173
pimerizαtionHpαthsHofHotZHαndH”itZHfrαgmentsHtoHethyleneTHdisileneTHαndHsilαethylenefHyo”orHαndH
y“ouHstudyHofHleαstUHαndHnonUleαstUmotionHpαthsVHJournalpofpthepAmericanpChemicalpSocietyTH1985TH
YXcTH[]bbU[]cY

16.4 32

172 mπHinitioHσαlσulαtionsHonHtheHdiphosphineHrαdiσαlHσαtionHPPZt]SVσntdotVQVHJournalpofpthepAmericanp
ChemicalpSocietyTH1985THYXcTHZaebUZaec 16.4 10

171
–heHgenerαtionHαndHtrαppingHofHtheHhighUtemperαtureHoxosilyliumylHσαtionHrαdiσαlsHPZd”i†SHαndH
Ze”i†SQHinHneonHmαtrixesHαtH]HwgHαnHq”“HαndHαπHinitioHouHtheoretiσαlHinvestigαtionVHJournalpofpthep
AmericanpChemicalpSocietyTH1985THYXcTHZdacUZdb]

16.4 56

170 mHproposedHαntiferroeleσtriσHstruσtureHforHprotonHorderedHiσeHuhVHJournalpofpChemicalpPhysicsTH1984TH
dYTH[c]YU[c]Z 3.9 61

169 mπHinitioHσonfigurαtionHinterασtionHσαlσulαtionsHofHtheHhyperfineHstruσtureHinHsmαllHrαdiσαlsVHJournalp
ofpChemicalpPhysicsTH1984THdXTHYXXbUYXYc 3.9 158

168 †nHtheHprotonHfieldHgrαdientHofHiσeHuhVHChemicalpPhysicspLettersTH1984THYYYTHcUYX 2.5 15

167 yoleσulαrHpropertiesHofHwαterVHChemicalpPhysicspLettersTH1984THYX]THa]Uad 2.5 52

Ernest Davidson
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166 rrozenHorπitαlHeffeσtsHinHtheHσomputαtionHofHexσitαtionHenergiesHofHtheHironHαtomVHInternationalp
JournalpofpQuantumpChemistryTH1984THZaTH]d[U]eY 2.1 11

165 nondingHinHαlkαliHmetαlHhomonuσleαrHdiαtomiσsVHInternationalpJournalpofpQuantumpChemistryTH1984TH
ZaTHcZ[Uc[Y 2.1 3

164 –heoretiσαlHinvstigαtionsHofHtheHeleσtroniσHstαtesHofHporphyrinsVHuVHnαsisHsetHdevelopmentHαndH
prediσtedHspeσtrumHofHpyrroleVHInternationalpJournalpofpQuantumpChemistryTH1984THZbTHZ[cUZaX 2.1 24

163 –heoretiσαlHinvestigαtionsHofHtheHeleσtroniσHstαtesHofHporphyrinsVHuuVHzormαlHαndHhyperHphosphorusH
porphyrinsVHInternationalpJournalpofpQuantumpChemistryTH1984THZbTHZaYUZc] 2.1 51

162 WhyHisHthereHαHmoleσulαrHrelαtivistiσHeffeσtkVHInternationalpJournalpofpQuantumpChemistryTH1984THZbTH]deU]ea2.1 9

161
q”“HαndHαπHinitioHtheoretiσαlHstudiesHofHtheHσαtionHrαdiσαlsHYZoZHYb†SZTHYZTY[oZHYb†SZTH
Y[oZHYb†SZTHYZoZHYbTYc†SZTHYZoZHYc†SZTHαndHYZTY[oZHYbTYc†SZHisolαtedHinHneonHmαtriσesHαtH]HwVH
–heHuseHofHmαtrixHisolαtionHforHtrαppingHionâ��neutrαlHreασtionHproduσtsVHJournalpofpChemicalpPhysicsTH
1984THdXTH]ae[U]bX]

3.9 46

160 mllyliσHresonαnσeHUHwhenHisHitHunimportαntkVHJournalpofpthepAmericanpChemicalpSocietyTH1984THYXbTHZaY[UZaYe16.4 48

159 mπHinitioHσαlσulαtionHofHtheHtrαnsitionHstαteHforHtheHoopeHreαrrαngementVHJournalpofpthepAmericanp
ChemicalpSocietyTH1984THYXbTH[[bZU[[b[ 16.4 49

158
qxperimentαlHevidenσeHforHαHoZvHPZnYQHgroundUstαteHstruσtureHofHtheHmethαneHσαtionHrαdiσαlfHq”“H
αndHαπHinitioHouHinvestigαtionsHofHmethαneHσαtionHrαdiσαlsHPot]SHαndHopZtZSQHinHneonHmαtrixesHαtH]H
wVHJournalpofpthepAmericanpChemicalpSocietyTH1984THYXbTH[cXXU[cXY

16.4 108

157 †nHtheHoαlσulαtionHofHPotentiαlsHfromHpensitiesH1984TH[[U]Z 8

156 ohemiσαlHpotentiαlHforHhαrmoniσαllyHinterασtingHpαrtiσlesHinHαHhαrmoniσHpotentiαlVHInternationalp
JournalpofpQuantumpChemistryTH1983THZ[THYdaUYe] 2.1 15

155 –heoryHofHtheHrαdiαtiveHlifetimeHofHtheH[nYHstαteHofH”†ZVHJournalpofpComputationalpChemistryTH1983TH
]TH[[cU[]] 3.5 2

154 –heH“αyleighâ��”σhrˆ¶dingerHnwHmethodHαppliedHtoHtheHlowerHeleσtroniσHstαtesHofHpyrroleVHChemicalp
PhysicspLettersTH1983THedTH]Z]U]Zc 2.5 52

153 mπHinitioHstudyHofHmUπenzoquinodimethαneVHJournalpofpthepAmericanpChemicalpSocietyTH1983THYXaTHYceYUYcea16.4 69

152 yo”orWouHinvestigαtionHofHtheHlowUlyingHpotentiαlHenergyHsurfασesHofHtheHformyloxylHrαdiσαlTH
to†ZVσntdotVVHJournalpofpthepAmericanpChemicalpSocietyTH1983THYXaTHY]aeUY]bb 16.4 87

151 WhenHisHαllyliσHresonαnσeHunimportαntkVHJournalpofpthepAmericanpChemicalpSocietyTH1983THYXaTH[[]cU[[]d 16.4 16

150 ”ymmetryHπreαkingHinHpolyαtomiσHmoleσulesfHreαlHαndHαrtifασtuαlVHThepJournalpofpPhysicalpChemistryTH
1983THdcTH]cd[U]ceX 253

149 oαnHαnyHinformαtionHαπoutHreασtionHpαthsHπeHoπtαinedHfromHtheHreduσedHmαsskVHComputationalpandp
TheoreticalpChemistryTH1983THYX[THYccUYdY 1

(1983-1984)
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148 qrrorHestimαtesHforHσomplexHeigenvαluesHofHdilαtedH”σhrˆ¶dingerHoperαtorsVHPhysicalpReviewpATH1983TH
ZdTHZb]YUZb]a 2.6 30

147 mπHinitioHσαlσulαtionHofHtheHzeroUfieldHsplittingHpαrαmetersHofHvinylmethyleneVHThepJournalpofpPhysicalp
ChemistryTH1983THdcTH]d[[U]d[e 7

146 yultiσonfigurαtionαlHselfUσonsistentHfieldHstudyHofHtheHpZhHdissoσiαtionHofHexσitedUstαteHethyleneVH
ThepJournalpofpPhysicalpChemistryTH1983THdcTHZcZYUZcZZ 3

145 mπHunitioHouHoαlσulαtionsHofHtheHqnergyHpifferenσeHπetweenH–rimethylenemethαneHαndHnutαdieneVH
IsraelpJournalpofpChemistryTH1983THZ[THYXaUYXd 3.4 20

144 PerturπαtionH–heoryHofHαH“elαtivistiσHPαrtiσleHinHoentrαlHrieldsH1983THaXYUaZY

143 mHtheoretiσαlHdeterminαtionHofHtheHeleσtronHαffinityHofHmethyleneVHJournalpofpChemicalpPhysicsTH1982
THccTHbY[]UbY][ 3.9 34

142 q”“HinvestigαtionHofHmαtrixHisolαtedHnHYb†HαndHnHYc†HrαdiσαlsfHoompαrisonHofHnuσleαrHhyperfineH
struσtureHwithHαπHinitioHσαlσulαtionsVHJournalpofpChemicalpPhysicsTH1982THcbTHYZbUY[b 3.9 45

141 untegrαlHdependentHspinHσouplingsHinHouHσαlσulαtionsVHJournalpofpChemicalpPhysicsTH1982THcbTHa[daUa[dc 3.9 10

140 yαnyUπodyHperturπαtionHtheoryHαndHphosphoresσenσefHmppliσαtionHtoHotZVHJournalpofpChemicalp
PhysicsTH1982THcbTHaYbUaZ] 3.9 7

139 mπHinitioHσαlσulαtionHofHtheHpropertiesHαndHtheHgeometryHofHtheHlowestHtripletHstαteHofHpyrαzineVHThep
JournalpofpPhysicalpChemistryTH1982THdbTHYad[UYadd 12

138 unterσhαngeHperturπαtionHtheoryHαndHphosphoresσenσefHαppliσαtionHtoHformαldehydeVHThepJournalp
ofpPhysicalpChemistryTH1982THdbTH[cZeU[c[[ 9

137 mπHinitioHσαlσulαtionsHofHtheHrelαtiveHenergiesHofHtripletHZT]UdimethyleneσyσloπutαneUYT[UdiylHαndH
singletHZT]Udimethyleneπiσyσlo−YVYVX]πutαneVHJournalpofpthepAmericanpChemicalpSocietyTH1982THYX]THYZYbUYZYd16.4 8

136 mHtheoretiσαlHstudyHofHtheHασetαldehydeUderivedHrαdiσαlVHJournalpofpthepAmericanpChemicalpSocietyTH
1982THYX]THZeabUZeae 16.4 51

135 PotentiαlHsurfασeHforHtheHmethyleneσyσlopropαneHreαrrαngementVHJournalpofpthepAmericanpChemicalp
SocietyTH1982THYX]THebcUecZ 16.4 52

134 †xygenHwHholeHphotoionizαtionHσrossHseσtionHofHo†ZVHJournalpofpChemicalpPhysicsTH1982THcbTHbX[YUbX[b 3.9 15

133 “trHαndHtwoUσonfigurαtionH”orHσαlσulαtionsHαreHinαppropriαteHforHσonjugαtedHdirαdiσαlsVH
TetrahedronTH1982TH[dTHc[cUc[e 2.4 60

132 PorphyrinsH]ZVHsroundHαndHexσitedHstαteHσαlσulαtionsHonHtheHisomersHofHfreeHπαseHporphineHαndH
sirohydroσhlorinVHTheoreticapChimicapActaTH1982THbYTHZZcUZ]Y 22

131 mπHunitioHoαlσulαtionsHofHqxσitedU”tαteHPotentiαlH”urfασesHofHPolyαtomiσHyoleσulesH1982THYU[e 23
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130 –heoretiσαlHstudyHofHσonσertedHvsVHstepwiseHfrαgmentαtionHofHZUσαrπenαUYT[UdioxolαneVHJournalpofp
thepAmericanpChemicalpSocietyTH1981THYX[THZaadUZabX 16.4 10

129 –heHpotentiαlHsurfασeHforHtheHσyσloπutαdieneHrαdiσαlHσαtionVHJournalpofpthepAmericanpChemicalp
SocietyTH1981THYX[THacZaUacZe 16.4 36

128 oαlσulαtionHofHzeroHfieldHsplittingHpαrαmetersHforHtrimethylenemethαneVHJournalpofpChemicalpPhysicsTH
1981THc]THZZabUZZae 3.9 30

127 –heoretiσαlHstudiesHofHdirαdiσαlsHσontαiningHfourHVpiVHeleσtronsVHAccountspofpChemicalpResearchTH1981TH
Y]THbeUcb 24.3 136

126 –heHrelαtivistiσHσorreσtionHtoHtheHexσitαtionHenergyHofHformαldehydeVHChemicalpPhysicspLettersTH1981TH
cdTHZ[XUZ[[ 2.5 6

125  αlidityHofHfirstUorderHperturπαtionHtheoryHforHrelαtivistiσHenergyHσorreσtionsVHChemicalpPhysicsp
LettersTH1981THd]THZZbUZZc 2.5 111

124 yoleσulαrHpropertiesHfromHpseudoUwαvefunσtionsVHChemicalpPhysicspLettersTH1981THd]THeUYZ 2.5 12

123 yαppingHπetweenHloσαlHpotentiαlsHαndHgroundHstαteHdensitiesVHInternationalpJournalpofpQuantump
ChemistryTH1981THYeTHZe[U[XX 2.1 23

122 oodepositionHgenerαtionHofHneolHinHαnHαrgonHmαtrixHαtHYZHwfHmnHq”“HinvestigαtionVHJournalpofp
ChemicalpPhysicsTH1981THc]TH]ZabU]ZbX 3.9 9

121 oαlσulαtionsHofHzeroUfieldHsplittingsHinHpyridineHderivαtivesVHJournalpofpChemicalpPhysicsTH1981THcaTHZbX[UZbXc3.9 5

120 –heHnwHmethodfHmppliσαtionHtoHmethyleneVHJournalpofpChemicalpPhysicsTH1981THc]THa]eYUa]eb 3.9 45

119 mnHαpproximαtionHtoHfrozenHnαturαlHorπitαlsHthroughHtheHuseHofHtheHtαrtreeâ��roσkHexσhαngeH
potentiαlVHJournalpofpChemicalpPhysicsTH1981THc]TH[eccU[ece 3.9 184

118 msymptotiσHπehαviorHofHαtomiσHαndHmoleσulαrHwαveHfunσtionsVHProceedingspofpthepNationalpAcademyp
ofpSciencespofpthepUnitedpStatespofpAmericaTH1980THccTH]]X[Ub 11.5 250

117 ”hellwiseHviriαlHsσαlingfHmpproximαtionHforHαtomiσHholeHstαtesVHInternationalpJournalpofpQuantump
ChemistryTH1980THYdTHYX]eUYXaa 2.1 2

116 mHpossiπleHrelαtivistiσHσontriπutionHtoHtheHsingletUtripletHsepαrαtionHinHmethyleneVHChemicalpPhysicsp
LettersTH1980THbeTHZXYUZXZ 2.5 7

115 “elαtivistiσHσorreσtionsHforHmethyleneVHChemicalpPhysicspLettersTH1980THcbTH]YbU]Yc 2.5 45

114 pependenσeHofHtheHsingletUtripletHsplittingHinHheterosuπstitutedHσαrπenesHonHtheHheteroαtomH
eleσtronegαtivityHαndHσonformαtionVHChemicalpPhysicspLettersTH1980THcYTHZZUZb 2.5 45

113 mHtheoretiσαlHstudyHofHpαthsHforHdeσompositionHαndHreαrrαngementHofHdihydroxyσαrπeneVHJournalpofp
ComputationalpChemistryTH1980THYTHYadUYbb 3.5 28

(1980-1981)
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112 –heHgenerαtionHαndHq”“HinvestigαtionHofHtheHnerHrαdiσαlHinHrαreHgαsHmαtriσesVHJournalpofpChemicalp
PhysicsTH1980THc[TH]YedU]ZXZ 3.9 24

111 –heHσyσliσHisomerHofHo†ZVHJournalpofpChemicalpPhysicsTH1980THc[TH]aYcU]aZX 3.9 12

110 †nHtheHeleσtronHαffinityHofHglyoxαlHαndHmethylHglyoxαlVHJournalpofpChemicalpPhysicsTH1980THcZTHbdXdUbdYX 3.9 7

109 mppliσαπilityHofHselfUσonsistentHfieldHteσhniquesHπαsedHonHtheHσomplexHσoordinαteHmethodHtoH
metαstαπleHeleσtroniσHstαtesVHJournalpofpChemicalpPhysicsTH1980THc[TH[ZbdU[Zc[ 3.9 81

108 mnHαπHinitioHσαlσulαtionHofHtheHzeroUfieldHsplittingHpαrαmetersHofHtheH[mkkHstαteHofHformαldehydeVH
JournalpofpChemicalpPhysicsTH1980THc[THdbaUdbe 3.9 18

107 qffeσtHofHthroughUπondHinterασtionHonHterminαlHmethyleneHrotαtionHinHtheHtetrαmethyleneHdirαdiσαlVH
JournalpofpthepAmericanpChemicalpSocietyTH1980THYXZTHa]XeUa]YX 16.4 22

106 PotentiαlHsurfασesHforHPztQ[ZSH−triαziridenylHdiσαtion]VHJournalpofpthepAmericanpChemicalpSocietyTH
1980THYXZTHa[XZUa[YY 16.4 22

105 WhyHisHtetrαUtertUπutylσyσloπutαdieneHαlmostHsquαrekVHJournalpofpthepAmericanpChemicalpSocietyTH
1980THYXZTHceadUcebX 16.4 30

104 mπHinitioHtheoryHofHtheHpolαrizαπilityHαndHpolαrizαπilityHderivαtivesHinHtZ”VHChemicalpPhysicsTH1979TH[dTH[]YU[]d2.3 43

103  ertiσαlHexσitαtionHenergyHtoHtheHlowestHYVpiVVpiVRHstαteHofHασroleinVHJournalpofpthepAmericanpChemicalp
SocietyTH1979THYXYTHbaZ]UbaZb 16.4 34

102 qffeσtHofHσαrπonHαtomHpyrαmidαlizαtionHonHtheHπondingHinHethyleneVHJournalpofpthepAmericanp
ChemicalpSocietyTH1979THYXYTHa[[Ua[c 16.4 47

101 PotentiαlHsurfασesHforHtheHplαnαrHσyσlopentαdienylHrαdiσαlHαndHσαtionVHJournalpofpthepAmericanp
ChemicalpSocietyTH1979THYXYTH[ccYU[cca 16.4 78

100 ”ingletU–ripletHqnergyH”epαrαtionsHinH”omeHtydroσαrπonHpirαdiσαlsVHAnnualpReviewpofpPhysicalp
ChemistryTH1979TH[XTHYZaUYa[ 15.7 68

99 q”“HmαtrixHisolαtionHinvestigαtionHofHtheHαluminumHhydrideHrαdiσαlHσαtionâ��mltSVHJournalpofpChemicalp
PhysicsTH1979THcYTH[eeYU[eea 3.9 21

98 mHtheoretiσαlHstudyHonHtheHpotentiαlHsurfασesHofHtheHlowerHeleσtroniσHstαtesHofHto†VHJournalpofp
ChemicalpPhysicsTH1979THcXTHZeX]UZeY[ 3.9 90

97 –heHsingletHαndHtripletHstαteHrotαtionαlHpotentiαlHsurfασesHforHdihydroxyσαrπeneVHJournalpofpChemicalp
PhysicsTH1979THcYTH]edc 3.9 41

96 mnHxZHσαlσulαtionHofHtheHYsHαndHZsHphotoionizαtionHσrossHseσtionsHofHzeVHJournalpofpChemicalpPhysicsTH
1979THcYTHZ[caUZ[dX 3.9 10

95 –rαnsitionHmomentHσlosureHtestsHforHethyleneVHInternationalpJournalpofpQuantumpChemistryTH1978TH
Y[THYbYUYbd 2.1 5
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94 †neUHαndHtwoUeleσtronHintegrαlsHoverHσαrtesiαnHgαussiαnHfunσtionsVHJournalpofpComputationalpPhysics
TH1978THZbTHZYdUZ[Y 4.1 510

93 mπHinitioHstudiesHofHtheH[nˇ�RHstαtesHofHglyoxαlHαndHmethylHglyoxαlVHChemicalpPhysicspLettersTH1978THadTHYcYUYc]2.5 41

92 PerturπαtionHtheoryHforHmultiσonfigurαtionHreferenσeHstαtesVHChemicalpPhysicspLettersTH1978THaeTH[beU[c]2.5 48

91 –heHpotentiαlHsurfασeHforHYT[UdimethyleneσyσloπutαdieneVHJournalpofpthepAmericanpChemicalpSocietyTH
1978THYXXTH[ZeeU[[XZ 16.4 27

90 –heHpotentiαlHsurfασesHforHtheHlowestHsingletHαndHtripletHstαtesHofHσyσloπutαdieneVHJournalpofpthep
AmericanpChemicalpSocietyTH1978THYXXTH[ddU[eZ 16.4 85

89 mπHinitioHσαlσulαtionHofHsomeHvertiσαlHexσitαtionHenergiesHofHzUmethylασetαmideVHJournalpofpthep
AmericanpChemicalpSocietyTH1978THYXXTHcZXYUcZX] 16.4 36

88 mHperturπαtionHtheoryHσαlσulαtionHonHtheHYˇ�ˇ�RHstαteHofHformαmideVHJournalpofpChemicalpPhysicsTH
1978THbdTH[YX[U[YXe 3.9 75

87 –heHxUrαyHphotoeleσtronHspeσtrumHofHαtomiσHsodiumVHJournalpofpChemicalpPhysicsTH1978THbdTHaXXbUaXXe 3.9 34
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