
Russell J Boyd

ListhofhPublicationshbyhYearhinh
DescendinghOrder

Source:hhttps:yyexalyxcomyauthorvpdfy862263yrussellvjvboydvpublicationsvbyvyearxpdf

Version:h2024v04v28h

ThishdocumenthhashbeenhgeneratedhbasedhonhthehpublicationshandhcitationshrecordedhbyhexalyxcomxhForh

thehlatesthversionhofhthishpublicationhlistuhvisiththehlinkhgivenhabovex

ThehthirdhcolumnhishthehimpacthfactorhpIFrhofhthehjournaluhandhthehfourthhcolumnhishthehnumberhofh

citationshofhtheharticlex

313
papers

8,294
citations

46
h-index

72
g-index

325
ext. papers

8,647
ext. citations

4.5
avg, IF

5.96
L-index



k Paper IF Citations

313 xewisHmcidUyediεtedHoyclizεtionHofHmllenylHmrylHwetonesVHJournalhofhOrganichChemistryTH2019THd]THY[bbaUY[bca4.2 1

312 mnHqlectronHpensityH”ourceUrunctionH”tudyHofHpzmHnεseHPεirsHinH–heirHzeutrεlHεndHuonizedHsroundH
”tεtesVHJournalhofhComputationalhChemistryTH2018TH[eTHYYYZUYYZd 3.5 10

311 oomputεtionεlH”tudyHofHqngineeredHoytochromeHP]aXUoεtεlyzedHoUtHmminεtionfH–heH†riginHofHtheH
“egioUHεndH”tereoselectivityVHJournalhofhPhysicalhChemistryhBTH2017THYZYTHYXdaeUYXdbd 3.4 19

310 mHcomputεtionεlHinvestigεtionHintoHtheHredoxHchemistryHofHyoUHεndH±UtrisPdiselenoleneQHcomplexesVH
StructuralhChemistryTH2017THZdTHYYc[UYYdX 1.8 6

309 udentifyingHsimilεritiesHεndHdifferencesHπetweenHεnεlogousHπisdithioleneHεndHπisdiselenoleneH
complexesfHmHcomputεtionεlHstudyVHInternationalhJournalhofhQuantumhChemistryTH2016THYYbTH[beU[cb 2.1 9

308 –heHεcidityHofH˛†UphosphoglucomutεseHmonofluoromethylenephosphonεteHligεndsHproπedHπyHzy“H
spectroscopyHεndHquεntumHmechεnicεlHmethodsVHCanadianhJournalhofhChemistryTH2016THe]THeXZUeXd 0.9 2

307 –heoreticεlHstudyHonHtheHmechεnismHofHiridiumUcεtεlyzedH˛‡UfunctionεlizεtionHofHprimεryHεlkylHoâ��tH
πondsVHCanadianhJournalhofhChemistryTH2016THe]THYXZdUYX[c 0.9 7

306 –orquoselectivityHinHtheHzεzεrovHreεctionsHofHεllenylHvinylHketonesVHJournalhofhOrganichChemistryTH
2015THdXTHYX]ZUaY 4.2 23

305 oompetingHnitrileHhydrεtεseHcεtεlyticHmechεnismsfHusHcysteineUsulfenicHεcidHεctingHεsHεHnucleophilekVH
ComputationalhandhTheoreticalhChemistryTH2015THYXcXTH]dUa] 2 4

304 “ichεrdHP“ickQHrrεncisHxεnglerHyemoriεlHussueVHAustralianhJournalhofhChemistryTH2015THbdTH[]e 1.2

303 nεlεncingHqxchεngeHyixingHinHpensityUrunctionεlHmpproximεtionsHforHuronHPorphyrinVHJournalhofh
ChemicalhTheoryhandhComputationTH2015THYYTH[XZZUd 6.4 21

302
pensityHrunctionεlH–heoryH”tudyHofHnr[UyediεtedHmdditionsHofHqnolsHεndH
[P–rimethylsilylQoxyΣεlkenesHtoHεnH†xyεllylHoεtionfHtomologousHyukεiyεmεH“eεctionsVHJournalhofh
PhysicalhChemistryhATH2015THYYeTHbcY]UZZ

2.8 5

301
–heHumportεnceHofHtheHyyHqnvironmentHεndHtheH”electionHofHtheH’yHyethodHinH’yWyyH
oεlculεtionsfHmpplicεtionsHtoHqnzymεticH“eεctionsVHAdvanceshinhProteinhChemistryhandhStructuralh
BiologyTH2015THYXXTHYa[Uda

5.3 2

300 oomputεtionεlHinsightsHintoHtheHsuicideHinhiπitionHofHPlεsmodiumHfεlcipεrumHrkaXbUπindingHproteinH
[aVHBioorganichandhMedicinalhChemistryhLettersTH2015THZaTH[ZZYUa 2.9 4

299
unterceptionHofHzεzεrovH“eεctionsHofHmllenylH inylHwetonesHwithHpienesfHP[SZQUHversusH
P]S[QUoycloεdditionHεndH”uπsequentH“eεrrεngementVHEuropeanhJournalhofhOrganichChemistryTH2015TH
ZXYaTHZeaZUZeae

3.2 6

298 mtomicHenergyHεnεlysisHofHcooperεtivityTHεntiUcooperεtivityTHεndHnonUcooperεtivityHinHsmεllHclustersH
ofHmethεnolTHwεterTHεndHformεldehydeVHComputationalhandhTheoreticalhChemistryTH2015THYXa[TH[ZdU[[b 2 16

297 ”ixHquestionsHonHtopologyHinHtheoreticεlHchemistryVHComputationalhandhTheoreticalhChemistryTH2015TH
YXa[THZUYb 2 81
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296 yoleculεrHdockingHstudyHofHmεcrocyclesHεsHrkaXbUπindingHproteinHinhiπitorsVHJournalhofhMolecularh
GraphicshandhModellingTH2015THaeTHYYcUZZ 2.8 6

295 oomputεtionεlHqxεminεtionHofHP]HSH[QHversusHP[HSHZQHoycloεdditionHinHtheHunterceptionHofHzεzεrovH
“eεctionsHofHmllenylH inylHwetonesHπyHpienesVHJournalhofhOrganichChemistryTH2015THdXTHYZa[aU]] 4.2 8

294 “oleHofHfluorideHinHεccelerεtingHtheHreεctionsHofHdiεlkylstεnnyleneHεcetεlsVHJournalhofhOrganich
ChemistryTH2015THdXTHZedeU[XXZ 4.2 6

293
mssessmentHofHseverεlHpr–HfunctionεlsHinHcεlculεtionHofHtheHreductionHpotentiεlsHforHziUTHPdUTHεndH
PtUπisUethyleneUYTZUdithioleneHεndHUdiselenoleneHcomplexesVHJournalhofhPhysicalhChemistryhATH2015TH
YYeTHeYYUd

2.8 23

292 ohεngingHweεkHhεlogenHπondsHintoHstrongHonesHthroughHcooperεtivityHwithHπerylliumHπondsVH
JournalhofhPhysicalhChemistryhATH2014THYYdTH]ZXaUY[ 2.8 51

291 –heHcεtεlyticHformεtionHofHleukotrieneHo]fHεHcriticεlHstepHinHinflεmmεtoryHprocessesVHPhysicalh
ChemistryhChemicalhPhysicsTH2014THYbTHYbZd]Ue 3.6 2

290 †rgεnotinHπondHdissociεtionHenergiesfHmnHinterestingHchεllengeHforHcontemporεryHcomputεtionεlH
methodsVHComputationalhandhTheoreticalhChemistryTH2014THYXaXTHcUY] 2 10

289 –heHoneUelectronHreductionHofHdithiolεteHεndHdiselenolεteHligεndsVHPhysicalhChemistryhChemicalh
PhysicsTH2014THYbTHYXdecUeXZ 3.6 11

288 qffectHofHεminoHεcidHligεndsHonHtheHstructureHofHironHporphyrinsHεndHtheirHεπilityHtoHπindHoxygenVH
JournalhofhPhysicalhChemistryhATH2014THYYdTH]abaUc] 2.8 9

287 –heHoneUelectronHoxidεtionHofHεHdithiolεteHmoleculefHtheHimportεnceHofHchemicεlHintuitionVHJournalh
ofhChemicalhPhysicsTH2014THY]XTHYdmaYe 3.9 8

286 tydrogenHπondHcooperεtivityHinHwεterHhexεmersfHεtomicHenergyHperspectiveHofHlocεlHstεπilitiesVH
JournalhofhPhysicalhChemistryhATH2013THYYcTHYXceXUe 2.8 33

285 –heHoεlculεtionHofHtheHtyperfineHoouplingH–ensorsHofHniologicεlH“εdicεlsVHProgresshinhTheoreticalh
ChemistryhandhPhysicsTH2013THZdaU[ZZ 0.6 1

284 “eveεlingHunexpectedHmechεnismsHforHnucleophilicHεttεckHonH”U”HεndH”eU”eHπridgesVHChemistryhyhAh
EuropeanhJournalTH2013THYeTH[bZeU[d 4.8 13

283 towHdoHnucleophilesHεccelerεteHtheHreεctionsHofHdiεlkylstεnnyleneHεcetεlskH–heHeffectsHofHεddingH
fluorideHtoHdiεlkoxydiUnUπutylstεnnεnesVHJournalhofhPhysicalhChemistryhATH2013THYYcTHYZb]dUac 2.8 4

282 prεmεticHsuπstituentHeffectsHonHtheHmechεnismsHofHnucleophilicHεttεckHonH”eU”HπridgesVHJournalhofh
ComputationalhChemistryTH2013TH[]THZa[cU]c 3.5 4

281 oooperεtivityHπetweenHhydrogenHπondsHεndHπerylliumHπondsHinHPtZ†QPnQne·ZHPnHiHYU[TH·HiHtTHrQH
complexesVHmHnewHperspectiveVHPhysicalhChemistryhChemicalhPhysicsTH2012THY]THY]a]XUc 3.6 62

280 ”elfUεssemπlingHmpmpmHhelicesHformedHπyHhydrogenHπondingVHJournalhofhPhysicalhChemistryhATH2012TH
YYbTHcebaUca 2.8 3

279 yechεnismHofHtheH“eductionHofHεnH†xidizedHslutεthioneHPeroxidεseHyimicHwithH–hiolsVHJournalhofh
ChemicalhTheoryhandhComputationTH2012THdTHaXaZUc 6.4 13
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278 “eεctionHofHgroupHYbHεnεloguesHofHethoxyquinHwithHhydrogenHperoxidefHmHcomputεtionεlHstudyVH
ComputationalhandhTheoreticalhChemistryTH2012THedYTHbdUcZ 2 5

277 ”tεπilizingHeffectHofHsolventHεndHguestHresidueHεminoHεcidsHonHεHmodelHεlphεUhelixHpeptideVH
ComputationalhandhTheoreticalhChemistryTH2012THeedTHdXUdb 2 1

276  isuεlizingHinternεlHstεπilizεtionHinHweεklyHπoundHsystemsHusingHεtomicHenergiesfHhydrogenHπondingH
inHsmεllHwεterHclustersVHJournalhofhPhysicalhChemistryhATH2012THYYbTH[e]bUaY 2.8 31

275 yoleculεrHmodelHwithHquεntumHmechεnicεlHπondingHinformεtionVHJournalhofhPhysicalhChemistryhATH
2011THYYaTHYZeeYUc 2.8 63

274 ”ystemεticHstudyHofHtheHperformεnceHofHdensityHfunctionεlHtheoryHmethodsHforHpredictionHofH
energiesHεndHgeometriesHofHorgεnoseleniumHcompoundsVHJournalhofhPhysicalhChemistryhATH2011THYYaTH]dZcU[Y2.8 22

273 ”eleniumHstoriesVHNaturehChemistryTH2011TH[THacX 17.6 72

272 qffectHofH”rZSHεssociεtionHonHtheHtεutomerizεtionHprocessesHofHurεcilHεndHitsHdithioUHεndH
diselenoUderivεtivesVHOrganichandhBiomolecularhChemistryTH2011THeTH]Z[U[Y 3.9 9

271 mHtheoreticεlHstudyHofHtheHstructureHεndHconductivityHofHpolycytosineεcetyleneVHChemicalhPhysicsh
LettersTH2011THaXbTHZ][UZ]c 2.5 2

270 –heoreticεlHstudyHofHpolεronHformεtionHinHpolyPsQUpolyPoQHcεtionsVHJournalhofhPhysicalhChemistryhBTH
2011THYYaTH[Y[bU]a 3.4 9

269 “eplyHtoHtheHâ��oommentHonHO–heoreticεlH”tudyHofHPolεronHrormεtionHinHPolyPsQâ��PolyPoQHoεtionsOâ��VH
JournalhofhPhysicalhChemistryhBTH2011THYYaTHde]eUdeaX 3.4 1

268 qffectHofHcounterionsHonHtheHprotonεtionHstεteHinHεHpolyPsQUpolyPoQHrεdicεlHcεtionVHJournalhofhPhysicalh
ChemistryhBTH2011THYYaTHY]ddaUeX 3.4 4

267 yethodsHinHniocomputεtionεlHohemistryfHmHxessonHfromHtheHmminoHmcidsH2010TH]X[U]ZY 3

266 –heHeffectHofHmultiplicityHonHtheHsizeHofHironPuuQHεndHtheHstructureHofHironPuuQHporphyrinsVHJournalhofh
PhysicalhChemistryhATH2010THYY]THYX[YaUe 2.8 25

265 –heoreticεlHinvestigεtionsHonHtheHreεctionHofHmonosuπstitutedHtertiεryUπenzylεmineHselenolsHwithH
hydrogenHperoxideVHJournalhofhPhysicalhChemistryhATH2010THYY]THYXcXbUYY 2.8 14

264 wineticsHεndH–hermodynεmicsHofHtheHyonomerâ��pimerHqquiliπriεHofHpiεlkoxydiπutylstεnnεnesVH
OrganometallicsTH2010THZeTHb[d]Ub[eZ 3.8 16

263 qlectronicHenergyHchεngesHεssociεtedHwithHsuεnineHquεdruplexHformεtionfHεnHinvestigεtionHεtHtheH
εtomicHlevelVHJournalhofhPhysicalhChemistryhBTH2010THYY]THed[[Ue 3.4 18

262 “eductionHofHhydrogenHperoxideHπyHglutεthioneHperoxidεseHmimicsfHreεctionHmechεnismHεndH
energeticsVHJournalhofhPhysicalhChemistryhATH2010THYY]THYeebUZXXX 2.8 25

261 ’uεntumHyechεnicεlHmpproεchesHtoH”eleniumHniochemistryH2010THadaUbX[
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260 mHlocεlizedHelectronsHdetectorHforHεtomicHεndHmoleculεrHsystemsVHTheoreticalhChemistryhAccountsTH
2010THYZcTH[e[U]XX 1.9 34

259 mHsimpleHrepresentεtionHofHenergyHmεtrixHelementsHinHtermsHofHsymmetryUinvεriεntHπεsesVHJournalh
ofhComputationalhChemistryTH2010TH[YTH]eZUb 3.5

258 –heHlocεlizedHelectronsHdetectorHεsHεnHεπHinitioHrepresentεtionHofHmoleculεrHstructuresVH
InternationalhJournalhofhQuantumhChemistryTH2010THYYXTHnWεUnWε 2.1 7

257 oεnHcorrelεtionHπringHelectronsHcloserHtogetherkVHMolecularhPhysicsTH2009THYXcTHYXdeUYXe[ 1.7 28

256 usHtheHsizeHofHεnHεtomHdeterminedHπyHitsHionizεtionHenergykVHChemicalhPhysicshLettersTH2009TH]dXTHYZcUY[Y 2.5 19

255 ’–muyHstudyHofHεnHεlphεUhelixHhydrogenHπondHnetworkVHJournalhofhPhysicalhChemistryhBTH2009THYY[THYXeacUb]3.4 46

254 tomolyticHπondUdissociεtionHenthεlpiesHofHtinHπondsHεndHtinâ��ligεndHπondHstrengthsHâ��H
m´ computεtionεlHstudyVHCanadianhJournalhofhChemistryTH2009THdcTHec]Ued[ 0.9 8

253 †nHtheHlocεlHrepresentεtionHofHtheHelectronicHmomentumHoperεtorHinHεtomicHsystemsVHJournalhofh
ChemicalhPhysicsTH2008THYZeTHXZ]YYX 3.9 28

252 sεsUPhεseHunterεctionHofHoεlciumHPoεPZSQQHwithH”elenoHperivεtivesHofH—rεcilVHJournalhofhChemicalh
TheoryhandhComputationTH2008TH]THYXXZUYY 6.4 14

251 ohεrεcterizεtionHofHtheHπondHπetweenHhydrogenHεndHtheHnonUnucleεrHεttrεctorHinHεnionicHwεterH
clustersVHPhysicalhChemistryhChemicalhPhysicsTH2008THYXTHbdY]Ue 3.6 8

250 qffectHofHsuπstituentsHonHtheHsPxUlikeHεctivityHofHeπselenfHstericHversusHelectronicVHJournalhofh
PhysicalhChemistryhATH2008THYYZTHYXY[Uc 2.8 35

249 nondHlengthHεndHtheHelectronHdensityHεtHtheHπondHcriticεlHpointfH·UU·TH−UU−THεndHoUU−HπondsHP·HiHxiUrTH−H
iHzεUolQVHJournalhofhComputationalhChemistryTH2008THZeTH[bcUce 3.5 17

248 rεctorsHcontrollingHextremelyHstrongHmmmUpppHtriplyHhydrogenUπondedHcomplexesVHChemicalh
PhysicshLettersTH2008TH]aXTHZYXUZY[ 2.5 10

247 –heHtydrεtedHqlectronHεsHεHPseudoUmtomHinHoεvityUnoundH±εterHolustersVHJournalhofhChemicalh
TheoryhandhComputationTH2007TH[THYXa]Ub[ 6.4 31

246 mHpensityHrunctionεlH”tudyHofHyethεnolHolustersVHJournalhofhChemicalhTheoryhandhComputationTH2007
TH[THa]UbY 6.4 118

245 mHdensityHfunctionεlHtheoryHstudyHofHtheHmechεnismHofHtheHPεεlâ��wnorrHpyrroleHsynthesisVH
ComputationalhandhTheoreticalhChemistryTH2007THdYYTHecUYXc 22

244 yodelingHtheHreεctionHmechεnismsHforHredoxHregulεtionHofHproteinHtyrosineHphosphεtεseHYnH
εctivityVHTheoreticalhChemistryhAccountsTH2007THYYdTHac[Uacd 1.9 2

243 mHzonUnornâ��†ppenheimerH”elfUconsistentHrieldHyethodVHJournalhofhMathematicalhChemistryTH2007TH
]ZTH[a[U[ba 2.1 3
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242 –heHpevelopmentHofHoomputεtionεlHohemistryHinHoεnεdεVHReviewshinhComputationalhChemistryTH
2007THZY[UZee 2

241
pensityHfunctionεlHtheoryHstudyHofHtheHreεctionHmechεnismHεndHenergeticsHofHtheHreductionHofH
hydrogenHperoxideHπyHeπselenTHeπselenHdiselenideTHεndHeπselenHselenolVHJournalhofhPhysicalh
ChemistryhATH2007THYYYTH[YaZUbX

2.8 44

240 mtomicHcontriπutionsHtoHπondHdissociεtionHenergiesHinHεliphεticHhydrocεrπonsVHJournalhofhChemicalh
PhysicsTH2006THYZaTHZX]YX[ 3.9 49

239 yodelingHtheHreductionHofHhydrogenHperoxideHπyHglutεthioneHperoxidεseHmimicsVHJournalhofhPhysicalh
ChemistryhATH2006THYYXTHdeceUda 2.8 31

238 –heoreticεlHstudyHofHtheHthermolysisHofHπetεUhydroxylHεldehydesVHJournalhofhPhysicalhChemistryhATH
2006THYYXTHdcYXUd 2.8 3

237 yodelingHcompetitiveHreεctionHmechεnismsHofHperoxynitriteHoxidεtionHofHguεnineVHJournalhofh
PhysicalhChemistryhATH2006THYYXTHeeXdUY] 2.8 18

236 mnHmtomsHinHyoleculesH”tudyHofHtheHtεlogenH“esonεnceHqffectVHJournalhofhChemicalhTheoryhandh
ComputationTH2006THZTHZcYUdX 6.4 7

235 qvεluεtionHofHeffectiveHcoreHpotentiεlsHεndHπεsisHsetsHforHtheHpredictionHofHtheHgeometriesHofH
εlkyltinHhεlidesVHJournalhofhPhysicalhChemistryhATH2006THYYXTHade[Ub 2.8 25

234 oεliπrεtionHofHεHcomputεtionεlHschemeHforHsolvεtionHstudiesfHhεlideHionsHπoundHtoHwεterH·PtZ†Qâ��H
P·HiHrTHolTHnrQVHMolecularhPhysicsTH2006THYX]TH[deU[e] 1.7 1

233 PrepεrεtionHεndHevεluεtionHofHnovelHstεtionεryHphεsesHforHimprovedHchromεtogrεphicHpurificεtionH
ofHpneumocεndinHnXVHJournalhofhChromatographyhATH2006THYYXYTHZX]UY[ 4.5 2

232 qxtendedHweεkHπondingHinterεctionsHinHpzmfHpiUstεckingHPπεseUπεseQTHπεseUπεckπoneTHεndH
πεckπoneUπεckπoneHinterεctionsVHJournalhofhPhysicalhChemistryhBTH2006THYYXTHab[Ucd 3.4 199

231 mnHevεluεtionHofHvεriousHcomputεtionεlHmethodsHforHtheHtreεtmentHofHorgεnoseleniumHcompoundsVH
JournalhofhPhysicalhChemistryhATH2005THYXeTHYX[c[Ue 2.8 27

230 ohεrεcterizεtionHofHεHclosedUshellHfluorineUfluorineHπondingHinterεctionHinHεromεticHcompoundsHonH
theHπεsisHofHtheHelectronHdensityVHJournalhofhPhysicalhChemistryhATH2005THYXeTH[bbeUdY 2.8 149

229
rluorineUfluorineHspinUspinHcouplingHconstεntsHinHεromεticHcompoundsfHcorrelεtionsHwithHtheH
delocεlizεtionHindexHεndHwithHtheHinternucleεrHsepεrεtionVHJournalhofhChemicalhInformationhandh
ModelingTH2005TH]aTH[a]Ue

6.1 36

228  εlidεtionHofHεHcomputεtionεlHschemeHtoHstudyHYazHεndHY[oHnucleεrHshieldingHconstεntsVHChemicalh
PhysicshLettersTH2005TH]XYTHcUYZ 2.5 20

227 mHtheoreticεlHstudyHofHtheHfluorineHvεlenceHshellHinHmethylHfluorideVHChemicalhPhysicshLettersTH2005TH
]X[TH]cUa] 2.5 8

226 –heHfirstHexεmpleHofHεHcεgeHcriticεlHpointHinHεHsingleHringfHmHnovelHtwistedH˛–UhelicεlHringHtopologyVH
ChemicalhPhysicshLettersTH2005TH]XeTHZbaUZbe 2.5 43

225 –heHhostâ��guestHinclusionHcomplexHofHpUchlorophenolHinsideH˛–UcyclodextrinfHmnHεtomsHinHmoleculesH
studyVHChemicalhPhysicshLettersTH2005TH]YbTHcXUc] 2.5 3
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224 oεliπrεtionHofHεHcomputεtionεlHschemeHforHsolvεtionfHsroupHuHεndHuuHmetεlHionsHπoundHtoHwεterTH
formεldehydeHεndHεmmoniεVHMolecularhPhysicsTH2005THYX[TH[[cU[]] 1.7 9

223 –heHeffectHofHelectronUwithdrεwingHgroupsHonHYazHεndHY[oHchemicεlHshiftsfHεHdensityHfunctionεlH
studyHonHεHseriesHofHpyrrolesVHMolecularhPhysicsTH2005THYX[THYYY[UYYZe 1.7 10

222 oomputεtionHofHtyperfineHoouplingH–ensorsHtoHoomplementHqP“HqxperimentsH2004THabaUadX

221 –heH”pinHpependenceHofHtheH”pεtiεlH”izeHofHrePuuQHεndHofHtheH”tructureHofHrePuuQUPorphyrinsVHJournalh
ofhPhysicalhChemistryhATH2004THYXdTH]ba[U]bac 2.8 36

220 ”tereoselectiveHsynthesisHofHεHpotentHthromπinHinhiπitorHπyHεHnovelHPZUP[HlεctoneHringHopeningVH
JournalhofhOrganichChemistryTH2004THbeTH[bZXUc 4.2 46

219 mlkoxyHrεdicεlsHinHtheHgεseousHphεsefH˛†UscissionHreεctionsHεndHformεtionHπyHrεdicεlHεdditionHtoH
cεrπonylHcompoundsVHCanadianhJournalhofhChemistryTH2003THdYTH][YU]]Z 0.9 55

218 oomingHtoHsripsHwithHzâ��t´•´•´•zHnondsVHZVHtomocorrelεtionsHπetweenHPεrεmetersHperivingHfromHtheH
qlectronHpensityHεtHtheHnondHoriticεlHPointHYVHJournalhofhPhysicalhChemistryhATH2003THYXcTHZcZUZd] 2.8 82

217 yodelingHtheHreεctionHmechεnismsHofHtheHεmideHhydrolysisHinHεnHzUPoUcεrπoxyπenzoylQUxUεminoH
εcidVHJournalhofhthehAmericanhChemicalhSocietyTH2003THYZaTHbee]UcXXX 16.4 35

216 yodelingHtheHreεctionHmechεnismsHofHtheHimideHformεtionHinHεnHzUPoUcεrπoxyπenzoylQUxUεminoHεcidVH
JournalhofhthehAmericanhChemicalhSocietyTH2003THYZaTH[b]ZUd 16.4 16

215 –heHoεlculεtionHofHtheHtyperfineHoouplingH–ensorsHofHniologicεlH“εdicεlsVHProgresshinhTheoreticalh
ChemistryhandhPhysicsTH2003THZ[eUZba 0.6

214 “ecentHεpplicεtionsHofHdensityHfunctionεlHtheoryHcεlculεtionsHtoHπiomoleculesVHTheoreticalhChemistryh
AccountsTH2002THYXdTHYUYY 1.9 40

213 qxqo–“†zHo†““qxm–u†zH”–—puq”HnøHyqmz”H†rHqxqo–“†zUPmu“Hpqz”u–øHr—zo–u†z”H2002THaccUbYY 1

212 tøp“†·øxH“mpuomxH“qmo–u†z”HuzHnu†x†suomxHyqpumVHRecenthAdvanceshinhComputationalTH2002TH[dcU]Ya 5

211
yoleculεrHstructuresHεndHexcitedHstεtesHofHopyPo†QPZQHPopHiHetεPaQUoPaQtPaQgHyHiH“hTHurQHεndH
[olPZQ“hPo†QPZQΣPUQVH–heoreticεlHevidenceHforHεHcompetitiveHchεrgeHtrεnsferHmechεnismVHJournalhofh
thehAmericanhChemicalhSocietyTH2002THYZ]THZbb]UcY

16.4 22

210 –heoreticεlHstudiesHofHtheHcrossUlinkingHmechεnismsHπetweenHcytosineHεndHtyrosineVHJournalhofhtheh
AmericanhChemicalhSocietyTH2002THYZ]THZca[UbY 16.4 34

209 pensityHrunctionεlH”tudyHofHtheHProlineUoεtεlyzedHpirectHmldolH“eεctionVHJournalhofhPhysicalh
ChemistryhATH2002THYXbTHaYaaUaYae 2.8 172

208 mHoomputεtionεlH”tudyHofHtheHwineticsHofHtheHz†[tydrogenUmπstrεctionH“eεctionHfromHεH”eriesHofH
mldehydesHP·ot†f´ H·HiHrTHolTHtTHot[QVHJournalhofhPhysicalhChemistryhATH2002THYXbTH[d]U[e] 2.8 27

207 mHoomputεtionεlH”tudyHofHtheHusomerizεtionHofHProlylHmmidesHmsHoεtεlyzedHπyHuntrεmoleculεrH
tydrogenHnondingVHJournalhofhPhysicalhChemistryhATH2002THYXbTHYYYbdUYYYcZ 2.8 23

(2002-2005)
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206 orystεlHchemistryHofHtetrεrεdiεlHspeciesVHPεrtHYXVH–iltingHεtHwindmillsfHconformεtionsHofHtheH
tetrεphenylHspeciesH−Ph]XTH´–YHP−HiHnTHoTHzQVHCanadianhJournalhofhChemistryTH2002THdXTHY[aYUY[bb 0.9 13

205 qfficientHsynthesisHofHtheHopticεllyHεctiveHdihydropyrimidinoneHofHεHpotentH˛–YmUHselectiveH
εdrenoceptorHεntεgonistVHCanadianhJournalhofhChemistryTH2002THdXTHb]bUbaZ 0.9 17

204 mHmultiUcomponentHmodelHforHrεdiεtionHdεmεgeHtoHpzmHfromHitsHconstituentsVHTheoreticalhandh
ComputationalhChemistryTH2001THeTH]XeU]bb 3

203 mHdensityHfunctionεlHtheoryHstudyHofHtheHdimersHofHt·HP·HiHrTHolTHεndHnrQVHJournalhofhComputationalh
ChemistryTH2001THZZTHYaeXUYaec 3.5 23

202 mHtheoreticεlHstudyHofHaUhεlourεcilsfHelectronHεffinitiesTHionizεtionHpotentiεlsHεndHdissociεtionHofHtheH
relεtedHεnionsVHChemicalhPhysicshLettersTH2001TH[][THYaYUYad 2.5 110

201 †nHtheHimportεnceHofHprereεctiveHcomplexesHinHmoleculeUrεdicεlHreεctionsfHhydrogenHεπstrεctionH
fromHεldehydesHπyH†tVHJournalhofhthehAmericanhChemicalhSocietyTH2001THYZ[THZXYdUZ] 16.4 211

200 oomingHtoHsripsHwithHzâ��t´•´•´•zHnondsVHYVHpistεnceH“elεtionshipsHεndHqlectronHpensityHεtHtheHnondH
oriticεlHPointVHJournalhofhPhysicalhChemistryhATH2001THYXaTHbaaZUbabb 2.8 95

199 mdditionHvsHmπstrεctionH“eεctionsHofHtheHyethylH“εdicεlHwithHzitronesTHmlkenesTHmldehydesTHεndH
uminesVHJournalhofhPhysicalhChemistryhATH2001THYXaTHcXebUcYXa 2.8 20

198 yodelingHtheHεctionHofHεnHεntitumorHdrugfHεHdensityHfunctionεlHtheoryHstudyHofHtheHmechεnismHofH
tirεpεzεmineVHJournalhofhthehAmericanhChemicalhSocietyTH2001THYZ[THc[ZXUa 16.4 23

197 tydrogenUπondHmediεtedHcεtεlysisfHtheHεminolysisHofHbUchloropyrimidineHεsHcεtεlyzedHπyHderivεtivesH
ofHurεcilVHJournalhofhthehAmericanhChemicalhSocietyTH2001THYZ[THZX]cUaZ 16.4 7

196 mH’uεntumHohemicεlHεndH–”–H”tudyHofHtheH†tHtydrogenUmπstrεctionH“eεctionHfromH”uπstitutedH
mldehydesfHHrot†HεndHolot†VHJournalhofhPhysicalhChemistryhATH2001THYXaTHeX[]UeX[e 2.8 38

195 qlectronHεffinitiesHεndHionizεtionHpotentiεlsHofHnucleotideHπεsesVHChemicalhPhysicshLettersTH2000TH[ZZTHYZeUY[a2.5 213

194 ouspHconditionsHforHnonUooulomπicHinterεctionsVHComputationalhandhTheoreticalhChemistryTH2000TH
aZcTHZcU[[ 8

193 mnHεssessmentHofHtheoreticεlHmethodsHforHtheHstudyHofHtrεnsitionHmetεlHcεrπonylHcomplexesfH
[olZ“hPo†QZΣâ��HεndH[olZ“hPo†QΣâ��HεsHcεseHstudiesVHJournalhofhChemicalhPhysicsTH2000THYY[THe[e[Ue]XY 3.9 22

192 qffectsHofHmlkylH”uπstituentsHonHtheHqxcitedH”tεtesHofHzεphthεlenefHH”emiempiricεlH”tudyVHJournalhofh
PhysicalhChemistryhATH2000THYX]THYXZXUYXZe 2.8 10

191 ”tructureHsensitivityHεndHclusterHsizeHconvergenceHforHformεteHεdsorptionHonHcopperHsurfεcesfHmH
pr–HclusterHmodelHstudyVHJournalhofhChemicalhPhysicsTH2000THYYZTHeabZUeabd 3.9 35

190 “εdiεlHmomentsHofHtheHelectronHdensityfHsεsHphεseHresultsHεndHtheHeffectsHofHsolvεtionVHJournalhofh
ChemicalhPhysicsTH2000THYYZTHYYY[UYYZY 3.9 4

189 oεtεlysisHyediεtedHπyHtydrogenHnondingfHHmHoomputεtionεlH”tudyHofHtheHmminolysisHofH
bUohloropyrimidineVHJournalhofhthehAmericanhChemicalhSocietyTH2000THYZZTHa[d]Ua[db 16.4 7
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188 –heoreticεlH”tudiesHofHtheH“εdiεtionHProductsHofHtydroxyprolineVHJournalhofhPhysicalhChemistryhATH
2000THYX]THdad[UdaeZ 2.8 19

187 mHpensityHrunctionεlH–heoryH”tudyHofHtheH“εdiεtionHProductsHofHslycineVHJournalhofhPhysicalh
ChemistryhATH2000THYX]THaXdXUaXdb 2.8 35

186 untrεculeHεndHqxtrεculeHpensitiesfHtistoricεlHPerspectivesHεndHrutureHProspectsVHMathematicalhandh
ComputationalhChemistryTH2000THZ[YUZ]d 13

185 qlectronicHstructuresHofHtheHπoundHexcitedHquεrtetHstεtesHofHtheHheliumHεnionVHPhysicalhReviewhATH
1999THbXTH][caU][cd 2.6 7

184 –heHtopologicεlHfeεturesHofHtheHintrεculeHdensityHofHtheHuniformHelectronHgεsVHChemicalhPhysicsh
LettersTH1999TH[X]TH[e[U[ed 2.5 14

183
mHcomπinedHquεntumHmechεnicsHεndHmoleculεrHdynεmicsHstudyHofHsmεllHvεhnâ��–ellerHdistortedH
hydrocεrπonsfHmnotherHdifficultHtestHforHdensityUfunctionεlHtheoryVHJournalhofhChemicalhPhysicsTH1999
THYYXTHYZXaeUYZXbe

3.9 16

182 ProtonεtionHεndHpeprotonεtionHqffectsHonHtheHohemistryHofHtheH–hirdU“owHqlementsfHHtomolyticH
versusHteterolyticHoleεvεgeVHJournalhofhPhysicalhChemistryhATH1999THYX[THcXdcUcXe[ 2.8 10

181 “eplyHtoHâ��oommentHonHqffectsHofHuonizingH“εdiεtionHonHorystεllineHoytosineHyonohydrεteâ��VHJournalh
ofhPhysicalhChemistryhBTH1999THYX[TH[XaYU[XaZ 3.4 9

180 mHpensityUrunctionεlH–heoryHunvestigεtionHofHtheH“εdiεtionHProductsHofHlU˛–UmlεnineVHJournalhofh
PhysicalhChemistryhATH1999THYX[TH][X[U][Xd 2.8 40

179 –heoreticεlHunvestigεtionHofHmdenineH“εdicεlsHsenerεtedHinHurrεdiεtedHpzmHoomponentsVHJournalhofh
PhysicalhChemistryhBTH1998THYXZTHYXbXZUYXbY] 3.4 66

178 qffectsHofHuonizingH“εdiεtionHonHorystεllineHoytosineHyonohydrεteVHJournalhofhPhysicalhChemistryhBTH
1998THYXZTHc]d]Uc]eY 3.4 62

177
mπHunitioH”tudiesHofHtheHoontrεstingHnutεdieneHoheletropicHεndHpielsâ��mlderHoycloεdditionH
“eεctivitiesH†πservedHforHâ��oεrπenicâ��HPhosphorusHPPhospheniumQHεndHmrsenicHPmrseniumQHoεtionsâ� VH
OrganometallicsTH1998THYcTH]XY]U]XZe

3.8 10

176 mHoomprehensiveH”tudyHofH”ugεrH“εdicεlsHinHurrεdiεtedHpzmVHJournalhofhPhysicalhChemistryhBTH1998TH
YXZTHcbc]Ucbdb 3.4 44

175 vεnHderH±εεlsHoomplexesHofH±εterHwithH†xygenHεndHzitrogenfHHunfrεredH”pectrεHεndHmtmosphericH
umplicεtionsVHJournalhofhPhysicalhChemistryhATH1998THYXZTHcZe]UcZeb 2.8 44

174 oompεrisonHofHqxperimentεlHεndHoεlculεtedHtyperfineHoouplingHoonstεntsVH±hichH“εdicεlsHmreH
rormedHinHurrεdiεtedHsuεninekVHJournalhofhPhysicalhChemistryhBTH1998THYXZTHe[[ZUe[][ 3.4 78

173 “εdiεtionHProductsHofH–hymineTHYUyethylthymineTHεndH—rεcilHunvestigεtedHπyHpensityHrunctionεlH
–heoryVHJournalhofhPhysicalhChemistryhBTH1998THYXZTHa[beUa[cc 3.4 76

172 mHspinUdensityHpolεrizεtionHindexVHJournalhofhChemicalhPhysicsTH1998THYXdTHZdZ]UZd[X 3.9 3

171 –heHcεlculεtionHofHεccurεteHYc†HhyperfineHcouplingHconstεntsHinHtheHhydroxylHrεdicεlfHmHdifficultH
proπlemHforHcurrentHquεntumHchemicεlHmethodsVHJournalhofhChemicalhPhysicsTH1998THYXeTHe]aYUe]bZ 3.9 9

(1998-2000)
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170 –heHconvergenceHofHπεsisHsetHcontrεctionsfHmHcεseHstudyHofHtheHmoleculεrHhyperfineHstructureHofH
ztZY]VHJournalhofhChemicalhPhysicsTH1997THYXcTHbZcXUbZc] 3.9 6

169 pensityHfunctionεlHtheoryHinvestigεtionHofHhyperfineHcouplingHconstεntsHinHperoxylHrεdicεlsVHJournalh
ofhChemicalhPhysicsTH1997THYXbTHcc[dUcc]d 3.9 39

168 oεlculεtionHofH’uεdrupoleHyomentsHofHPolycyclicHmromεticHtydrocεrπonsfHHmpplicεtionsHtoH
ohromεtogrεphyVHJournalhofhPhysicalhChemistryhATH1997THYXYTHa[c]Ua[cc 2.8 18

167
–heoreticεlH”tudyHofHtheHqffectsHofHProtonεtionHεndHpeprotonεtionHonHnondHpissociεtionHqnergiesH
ofH”econdU“owHqlementsfHHoompεrisonHwithHrirstU“owHqlementsVHJournalhofhthehAmericanhChemicalh
SocietyTH1997THYYeTH]ZY]U]ZYe

16.4 20

166 mnHorπitεlUπεsedHdensityHdifferenceHindexHforHtheHcompεrisonHofHelectronHdensityHdistriπutionsVH
JournalhofhChemicalhPhysicsTH1997THYXcTHbbe[Ubbed 3.9 3

165 pensityHfunctionεlHtheoryHstudiesHofHtheHquεdrupoleHmomentsHofHπenzeneHεndHnεphthεleneVH
ChemicalhPhysicshLettersTH1997THZccTHZaZUZab 2.5 14

164 qlectronegεtivityHεndHtεrdnessHofHpisjointHεndH–rεnsferεπleHyoleculεrHrrεgmentsVHThehJournalhofh
PhysicalhChemistryTH1996THYXXTH[]]dU[]a[ 16

163
–heHZdUqlectronH–etrεεtomicHyoleculesfHHz]THozZ†THnrzZTHoZ†ZTHnZrZTHonr†THoZrzTHεndHnz†ZVH
ohεllengesHforHoomputεtionεlHεndHqxperimentεlHohemistryVHThehJournalhofhPhysicalhChemistryTH1996TH
YXXTHacXZUacY]

96

162 qlectronHpensitiesHofHtomonucleεrHpiεtomicHyoleculesHmsHoεlculεtedHfromHpensityHrunctionεlH
–heoryVHThehJournalhofhPhysicalhChemistryTH1996THYXXTHaZc]UaZdX 20

161 –εutomericHqquiliπriεHofHtydroxypyridinesHinHpifferentH”olventsfHHmnHεπHunitioH”tudyVHThehJournalhofh
PhysicalhChemistryTH1996THYXXTHYbY]YUYbY]b 73

160
–opologicεlHpropertiesHofHtheHelectronicHstructuresHofHtheHreεctεntsTHtrεnsitionHstεtesTHεndHproductsH
ofHtheHreεctionsHofHtheHhydroxylHrεdicεlHwithHtheHseriesHoZtnrbâ��nTHnHiHYâ��bVHCanadianhJournalhofh
ChemistryTH1996THc]THcdbUdXX

0.9 4

159
mHhyπridHquεntumHmechεnicεlHforceHfieldHmoleculεrHdynεmicsHsimulεtionHofHliquidHmethεnolfH
 iπrεtionεlHfrequencyHshiftsHεsHεHproπeHofHtheHquεntumHmechεnicεlWmoleculεrHmechεnicεlHcouplingVH
JournalhofhChemicalhPhysicsTH1996THYX]THcZbYUcZbe

3.9 48

158 yechεnismHofHoZt]HdehydrogenεtionHtoHoZtZHonHtheHziPYYYQHsurfεceVHChemicalhPhysicshLettersTH
1996THZa[THYZeUY[] 2.5 3

157 mHtheoreticεlHstudyHofHprotonHtrεnsfersHinHεqueousHpεrεUTHorthoUhydroxypyridineHεndHpεrεUTH
orthoUhydroxyquinolineVHChemicalhPhysicshLettersTH1996THZaeTHb]cUba[ 2.5 15

156 qlectronHpensitiesHofH”everεlH”mεllHyoleculesHmsHoεlculεtedHfromHpensityHrunctionεlH–heoryVHTheh
JournalhofhPhysicalhChemistryTH1996THYXXTHb[YcUb[Z] 33

155 –heHZ˛£SHstεtesHofHtne†THtyg†THεndHtoε†VHJournalhofhChemicalhPhysicsTH1996THYX]TH]XaaU]XbX 3.9 13

154 PolεrizεπleHpointUchεrgeHmodelHforHwεterfH“esultsHunderHnormεlHεndHextremeHconditionsVHJournalhofh
ChemicalhPhysicsTH1996THYXaTH]c]ZU]caX 3.9 162

153 oε†tHhεsHεHsecondHlineεrHstructureHtoε†VHJournalhofhChemicalhPhysicsTH1995THYX[THYXXcXUYXXc[ 3.9 10
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152 “eUexεminεtionHofHtheHhyperfineHstructureHofHY]ztZVHJournalhofhChemicalhPhysicsTH1995THYXZTH[bc]U[bcd 3.9 8

151 unternεlHmotionHεndHtheHtunnelingHrεtesHofHotS]HεndHopS]VHJournalhofhChemicalhPhysicsTH1995THYX[THdYbbUdYc[3.9 7

150 –rεnsUstilπeneHinHmethεnolHsolutionH†nHtheHeffectHofHflexiπleHεtomicHchεrgesHinHcomputerH
simulεtionsVHMolecularhPhysicsTH1995THdbTH[ZcU[]b 1.7

149 mπHinitioHstudiesHofHreεctionsHofHhydroxylHrεdicεlsHwithHfluorinεtedHethεnesVHThehJournalhofhPhysicalh
ChemistryTH1995THeeTHY[]XZUY[]YY 48

148 mH–heoreticεlH”tudyHofHtheHqffectsHofHProtonεtionHεndHpeprotonεtionHonHnondHpissociεtionH
qnergiesVHJournalhofhthehAmericanhChemicalhSocietyTH1995THYYcTHddYbUddZZ 16.4 35

147 PropertiesHofH–rεnsitionH”peciesHinHtheH“eεctionHofHtydroxylHwithHqthεneHfromHεπHunitioHoεlculεtionsH
εndHritsHtoHqxperimentεlHpεtεVHThehJournalhofhPhysicalhChemistryTH1995THeeTHdbbYUdbbd 24

146 typerfineH”tructuresHofHtheH”eriesHoZtnraUnTHnHiHXUafHmHpensityHrunctionεlH–heoryH”tudyVHTheh
JournalhofhPhysicalhChemistryTH1995THeeTHbZ[UbZe 18

145 –heHqlectronHpensityHεsHoεlculεtedHrromHpensityHrunctionεlH–heoryVHRecenthAdvanceshinh
ComputationalTH1995TH[beU]XY 7

144 ”tructureHofHPxi]HεndHutsHoompεrisonHwithH”ixi]THoxi]THεndHxi]fH–heHumportεnceHofHxiUxiHunterεctionsVH
ThehJournalhofhPhysicalhChemistryTH1995THeeTH]e]YU]e]b 8

143 –heHinterεctionsHπetweenHεlkεliHmetεlsHεndHoZtZVHpensityHfunctionεlHtheoryHεsHεnHεnεlyticHtoolVH
ChemicalhPhysicshLettersTH1995THZ[aTH]ZZU]Ze 2.5 15

142 unternεlHmotionHofHπenzeneVHmHmoleculεrHdynεmicsHsimulεtionHstudyVHChemicalhPhysicshLettersTH1995TH
Z]YTH[dXU[db 2.5 10

141 –rεnsHUstilπeneHinHmethεnolHsolutionVHMolecularhPhysicsTH1995THdbTH[ZcU[]b 1.7 1

140 mHcompεrεtiveHstudyHofHtheHhyperfineHstructuresHofHneutrεlHnitrogenHoxidesfHpr–HvsHou”pHresultsVH
ThehJournalhofhPhysicalhChemistryTH1994THedTHceZUcee 40

139 mHoompεrεtiveH”tudyHofHqlectronHpensitiesHinHoεrπonHyonoxideHoεlculεtedHfromHoonventionεlHεπH
unitioHεndHpensityHrunctionεlHyethodsVHThehJournalhofhPhysicalhChemistryTH1994THedTHbeddUbee] 27

138 mπHinitioHεndHmoleculεrHdynεmicsHstudyHofHdiπenzotricyclicHcεlciumHεntεgonistsfHmHrigidHmodelH
εpproεchVHInternationalhJournalhofhQuantumhChemistryTH1994THaZTHYcU[Y 2.1 6

137 mHdensityHfunctionεlHtheoryHstudyHofHtheHhyperfineHstructuresHofHtheHεtomsHnHtoH†HεndHtheHspeciesH
ztZHεndHztS[VHChemicalhPhysicshLettersTH1994THZYcTHZ]U[X 2.5 32

136 –heoreticεlHstudyHofHmetεstεπleHzZo†HisomersVHzewHcεndidεtesHforHhighHenergyHmεteriεlskVH
ChemicalhPhysicshLettersTH1994THZZcTH[YZU[ZX 2.5 35

135
piεzεsileneHP”izzQfHεHcompεrεtiveHstudyHofHelectronHdensityHdistriπutionsHderivedHfromH
tεrtreeUrockTHsecondUorderHyollerUPlessetHperturπεtionHtheoryTHεndHdensityHfunctionεlHmethodsVH
ThehJournalhofhPhysicalhChemistryTH1994THedTHYd]]UYdaX

37

(1994-1995)
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134 mH–heoreticεlH”tudyHofH”pinH–rεppingHπyHzitronefH–rεppingHofHtydrogenTHyethylTHtydroxylTHεndH
PeroxylH“εdicεlsVHThehJournalhofhPhysicalhChemistryTH1994THedTHYYcXaUYYcY[ 13

133 qlectronicHstructuresHεndHπondingHinH“ydπergHmoleculesfHzt]THt[†HεndHrelεtedHmoleculesVH
CanadianhJournalhofhPhysicsTH1994THcZTHdaYUdaa 1.1 7

132 mHdensityHfunctionεlHtheoryHstudyHofHtheHfreeHrεdicεlsHztZTHzrZTHzolZTHPtZTHPrZTHεndHPolZVHCanadianh
JournalhofhChemistryTH1994THcZTHbeaUcX] 0.9 30

131 qffectHofHεnHεddingHrεdicεlOsHelectronegεtivityHonHtheHgeometriesHεndHformεtionHenergiesHofHnitrosoH
spinHεdductsVHThehJournalhofhPhysicalhChemistryTH1994THedTHYdabUYdb[ 9

130 †nHtheHchoiceHofHtheHεctiveHspεceHεndHtheHπεsisHsetHforHyo”orHcεlculεtionsHonHsmεllHmoleculesHεndH
reεctiveHsurfεcesVHThehJournalhofhPhysicalhChemistryTH1993THecTHYYebeUYYec[ 2

129 mHtheoreticεlHinvestigεtionHofHtheHYT[UmigrεtionHinHεllylperoxylHrεdicεlsVHJournalhofhthehAmericanh
ChemicalhSocietyTH1993THYYaTHbdcUbe[ 16.4 29

128 qlectronicHstructureHcεlculεtionsHofHhydrocεrπonHrεdicεlHcεtionsfHεHdensityHfunctionεlHstudyVHJournalh
ofhthehAmericanhChemicalhSocietyTH1993THYYaTHbdebUbeXX 16.4 43

127 ”tereoselectivityHofHnucleophilicHεdditionHtoHsuπstitutedHcyclohexεnonesfHεHstructureHεndHchεrgeH
densityHstudyVHJournalhofhthehAmericanhChemicalhSocietyTH1993THYYaTHebY]UebYe 16.4 22

126
”econdεryHtWpHisotopeHeffectsHεndHtrεnsitionHstεteHloosenessHinHnonidentityHmethylHtrεnsferH
reεctionsVHumplicεtionsHforHtheHconceptHofHenzymicHcεtεlysisHviεHtrεnsitionHstεteHcompressionVH
JournalhofhthehAmericanhChemicalhSocietyTH1993THYYaTHYXY]cUYXYaZ

16.4 30

125 qffectsHofHelectronHcorrelεtionHonHtheHseriesHoZtnrbUnHPnHiHXUbQfHgeometriesTHtotεlHenergiesTHεndHoUoH
εndHoUtHπondHdissociεtionHenergiesVHThehJournalhofhPhysicalhChemistryTH1993THecTHcZXdUcZYa 41

124 ohεrgeHεndHintrεculeHdensitiesHinHsinglyHexcitedHheliumlikeHionsVHJournalhofhChemicalhPhysicsTH1993TH
edTHcY[ZUcY[e 3.9 27

123 –heHeffectHofHεHneonHmεtrixHonHtheHhyperfineHstructureHofHotS]VHmHmodelHstudyVHChemicalhPhysicsh
LettersTH1993THZYYTHddUe[ 2.5 20

122 qlectronHcorrelεtionHeffectsHinHtheH“ydπergUlikeH[[pHεndH[YpHstεtesHofHheliumUlikeHionsVH
InternationalhJournalhofhQuantumhChemistryTH1993TH]dTHYUY] 2.1 10

121 ”tεtisticεlHelectronHcorrelεtionHcoefficientsHforHZeHstεtesHofHtheHheliumlikeHionsVHInternationalh
JournalhofhQuantumhChemistryTH1993TH]dTH[[U]Z 2.1 21

120
mnHεπHinitioHstudyHofHtheHseriesHofHfluorinεtedHethεnesHoZtnrbUnHPnHiHXUbQfHgeometriesTHtotεlH
energiesTHεndHcεrπonUcεrπonHπondHdissociεtionHenergiesVHThehJournalhofhPhysicalhChemistryTH1992TH
ebTHbZdcUbZeX

25

119 –heHfirstUorderHvεhnâ��–ellerHdistortionHεndHtheHsymmetryHofHtheHelectronHdensityHinHtheHntS[HrεdicεlVH
JournalhofhChemicalhPhysicsTH1992THebTHYZ[ZUYZ[e 3.9 15

118
–heHrelεtionshipHπetweenHtheHrεteâ��equiliπriumHcoefficientH˛–HεndHtrεnsitionHstεteHpropertiesfHεH
secondUorderHyˆ‚llerâ��PlessetHperturπεtionHstudyHofH”zZHreεctionsVHCanadianhJournalhofhChemistryTH
1992THcXTH]aXU]aa

0.9 4

117 sroupHelectronegεtivitiesHfromHtheHπondHcriticεlHpointHmodelVHJournalhofhthehAmericanhChemicalh
SocietyTH1992THYY]THYbaZUYbaa 16.4 132
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116 –heHxεplεciεnHofHtheHchεrgeHdensityHεsHεHproπeHofHreεctionHpεthsHεndHreεctivityfHεHcompεrisonHofH”zZH
reεctionsHεtHcεrπonHεndHsiliconVHThehJournalhofhPhysicalhChemistryTH1991THeaTH]bedU]cXY 34

115 ”ingletUtripletHenergyHcomponentHdifferencesHinHhomonucleεrHdiεtomicsfHmHmultiUreferenceH
configurεtionHinterεctionHstudyHofHtundOsHruleVHChemicalhPhysicsTH1991THYacTHeeUYX] 2.3 10

114 yultiplicitiesHofHˇ�UylideHgroundHstεtesfHoomputεtionεlHevidenceHforHεHπreεkdownHofHεromεticityH
εrgumentsVHJournalhofhPhysicalhOrganichChemistryTH1991TH]THabbUacZ 2.1 3

113
oleεvεgeHofHtheHrεdicεlHcεtionsHofHεlkenesgHYUπuteneHεndH]T]UdimethylUYUpenteneVHmπHinitioH
cεlculεtionsHonHtheHinterεctionHπetweenHtheHεllylHεndHεlkylHrεdicεlHεndHcεrπocεtionHmoietiesVH
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