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119 zatureHofHtheH—riggerHxinkageHinHqxplosiveHyaterialsHusHaHohargeU”hiftHnondVHJournalnofnOrganicn
ChemistryTH2021THdbTHYaaddUYaaeb 4.2 2

118 ValenceHnondH—heoryUutsHnirthTH”trugglesHwithHyolecularH†rbitalH—heoryTHutsHPresentH”tateHandH
rutureHProspectsVHMoleculesTH2021THZbTH 4.8 11

117 oovalentHvsHohargeU”hiftHzatureHofHtheHyetalUyetalHnondHinH—ransitionHyetalHoomplexesfHmH nifiedH
 nderstandingVHJournalnofnthenAmericannChemicalnSocietyTH2020THY]ZTHYZZccUYZZdc 16.4 19

116
qlectricUrieldHyediatedHohemistryfH ncoveringHandHqxploitingHtheHPotentialHofHP†rientedQHqlectricH
rieldsHtoHqxertHohemicalHoatalysisHandH“eactionHoontrolVHJournalnofnthenAmericannChemicalnSocietyTH
2020THY]ZTHYZaaYUYZabZ

16.4 75

115 ohargeU”hiftHnondingfHmHzewHandH niqueHrormHofHnondingVHAngewandtenChemieTH2020THY[ZTHeebUYXY[ 3.6 13

114 ohargeU”hiftHnondingfHmHzewHandH niqueHrormHofHnondingVHAngewandtenChemien-nInternationaln
EditionTH2020THaeTHed]UYXXY 16.4 53

113 —u—mzfHmHoodeHforHyodelingHandHseneratingHqlectricHrieldsUreaturesHandHmpplicationsHtoHqnzymaticH
“eactivityVHJournalnofnComputationalnChemistryTH2020TH]YTHc]UdZ 3.5 26

112 qxternalHelectricHfieldHeffectsHonHchemicalHstructureHandHreactivityVHWileynInterdisciplinarynReviews:n
ComputationalnMolecularnScienceTH2020THYXTHeY][d 7.9 42

111 †rbitalsHandHtheHunterpretationHofHPhotoelectronH”pectroscopyHandHPeTZeQHuonizationHqxperimentsVH
AngewandtenChemieTH2019THY[YTHYZ]bXUYZ]bb 3.6 1

110
qlectrophilicHmromaticH”ubstitutionH“eactionsfHyechanisticHxandscapeTHqlectrostaticHandH
qlectricUrieldHoontrolHofH“eactionH“atesTHandHyechanisticHorossoversVHJournalnofnthenAmericann
ChemicalnSocietyTH2019THY]YTHecYeUec[X

16.4 32

109 †rbitalsHandHtheHunterpretationHofHPhotoelectronH”pectroscopyHandHPeTZeQHuonizationHqxperimentsVH
AngewandtenChemien-nInternationalnEditionTH2019THadTHYZ[[ZUYZ[[d 16.4 15

108
orossHoonjugationHinHPolyenesHandH“elatedHtydrocarbonsfHWhatHoanHneHxearnedHfromHValenceH
nondH—heoryHaboutH”ingleUyoleculeHoonductancekVHJournalnofnthenAmericannChemicalnSocietyTH2019TH
Y]YTHbX[XUbX]c

16.4 14

107
oommentHonHJpecodingHrealHspaceHbondingHdescriptorsHinHvalenceHbondHlanguageJHbyHmVHyartˆ›nH
Pendˆ¡sHandHqVHrranciscoTHPhysVHohemVHohemVHPhysVTHZXYdTHZXTHYZ[bdVHPhysicalnChemistrynChemicaln
PhysicsTH2019THZYTHdYcXUdYc]

3.6 2

106 †rientedHqxternalHqlectricHrieldsfH—weezersHandHoatalystsHforH“eactivityHinHtalogenUnondH
oomplexesVHJournalnofnthenAmericannChemicalnSocietyTH2019THY]YTHcYZZUcY[b 16.4 34

105 unsightsHintoHtheH—rendsHinHtheHmcidityH”trengthHofH†rganicHandHunorganicHoompoundsfHmH
ValenceUnondHPerspectiveVHJournalnofnPhysicalnChemistrynATH2019THYZ[THYdaYUYdbX 2.8 1

104
oaptodativeH”ubstitutionHqnhancesHtheHpiradicalHoharacterHofHoompoundsTH“educesHmromaticityTH
andHoontrolsH”ingleUyoleculeHoonductivityHPatternsfHmHValenceHnondH”tudyVHJournalnofnPhysicaln
ChemistrynATH2019THYZ[THcY[[UcY]Y

2.8 6

103 mttractionHbetweenHelectrophilicHcapsfHmHcounterintuitiveHcaseHofHnoncovalentHinteractionsVHJournaln
ofnComputationalnChemistryTH2019TH]XTHYXYaUYXZZ 3.5 12
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102 oatalysisHofHyethylH—ransferH“eactionsHbyH†rientedHqxternalHqlectricHrieldsfHmreHsoldU—hiolateH
xinkersHunnocentkVHJournalnofnthenAmericannChemicalnSocietyTH2018THY]XTH][a]U][bZ 16.4 44

101 zatureHofHtheH—hreeUqlectronHnondVHJournalnofnPhysicalnChemistrynATH2018THYZZTHYdc[UYdda 2.8 21

100 tydrogenUHandHtalogenUnondsHbetweenHuonsHofHlikeHohargesfHmreH—heyHmntiUqlectrostaticHinHzaturekVH
JournalnofnComputationalnChemistryTH2018TH[eTH]dYU]dc 3.5 42

99 ”tructureHandHreactivityWselectivityHcontrolHbyHorientedUexternalHelectricHfieldsVHChemicalnSocietyn
ReviewsTH2018TH]cTHaYZaUaY]a 58.5 170

98 †rientedUqxternalHqlectricHrieldsHoreateHmbsoluteHqnantioselectivityHinHpielsUmlderH“eactionsfH
umportanceHofHtheHyolecularHpipoleHyomentVHJournalnofnthenAmericannChemicalnSocietyTH2018THY]XTHY[[aXUY[[ae16.4 75

97 —oHhybridizeHorHnotHtoHhybridizekH—hisHisHtheHdilemmaVHComputationalnandnTheoreticalnChemistryTH
2017THYYYbTHZ]ZUZ]e 2 14

96 —heHnatureHofHbondingHinHmetalUmetalHsinglyHbondedHcoinageHmetalHdimersfHouHZHTHmgHZHandHmuHZVH
ComputationalnandnTheoreticalnChemistryTH2017THYYYbTHYeaUZXY 2 10

95 ohemistryHisHaboutHenergyHandHitsHchangesfHmHcritiqueHofHbondUlengthWbondUstrengthHcorrelationsVH
CoordinationnChemistrynReviewsTH2017TH[]]TH[aaU[bZ 23.2 58

94 mH nifiedH—heoryHforHtheHnlueUHandH“edU”hiftingHPhenomenaHinHtydrogenHandHtalogenHnondsVH
JournalnofnChemicalnTheorynandnComputationTH2017THY[THYbZbUYb[c 6.4 40

93 talogenHnondsHinHzovelHPolyhalogenHyonoanionsVHChemistryn-nAnEuropeannJournalTH2017THZ[THdcYeUdcZd 4.8 10

92 ValenceHnondH—heoryH“evealsHtiddenHpelocalizedHpiradicalHoharacterHofHPolyenesVHJournalnofnthen
AmericannChemicalnSocietyTH2017THY[eTHe[XZUe[Yb 16.4 23

91 —heHQuadrupleHnondingHinHoZH“eproducesHtheHPropertiesHofHtheHyoleculeVHChemistryn-nAnEuropeann
JournalTH2016THZZTH]YYbUZd 4.8 41

90 mH“esponseHtoHaHoommentHbyHsVHrrenkingHandHyVHtermannHonfHJ—heHQuadrupleHnondingHinHoH
“eproducesHtheHPropertiesHofHtheHyoleculeJVHChemistryn-nAnEuropeannJournalTH2016THZZTHYdeccUYdedX 4.8 17

89 —heHoriginsHofHtheHdirectionalityHofHnoncovalentHintermolecularHinteractionsVHJournalnofn
ComputationalnChemistryTH2016TH[cTH[]U]a 3.5 49

88 †nHtheHzatureHofHnondingHinHParallelH”pinsHinHyonovalentHyetalHolustersVHAnnualnReviewnofnPhysicaln
ChemistryTH2016THbcTH]YeU[e 15.7 6

87 mcidityHofHtheHmethyneHgroupHofHpolyP]UvinylpyridineQHleadsHtoHsideUchainHprotonationHinHpyridineVH
NewnJournalnofnChemistryTH2015TH[eTHaeZXUaeZZ 3.6 5

86 oommentHonHâ��“abbitUearsHhybridsTHV”qP“HstericsTHandHotherHorbitalHanachronismsâ��VHmHreplyHtoHaH
criticismVHChemistrynEducationnResearchnandnPracticeTH2015THYbTHbdeUbe[ 2.1 10

85 —heH”elfUmssociationHofHsraphaneHusHprivenHbyHxondonHpispersionHandHqnhancedH†rbitalH
unteractionsVHJournalnofnChemicalnTheorynandnComputationTH2015THYYTHYbZYU[X 6.4 36
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84 zewHxandscapeHofHqlectronUPairHnondingfHoovalentTHuonicTHandHohargeU”hiftHnondsVHStructurenandn
BondingTH2015THYbeUZYY 0.9 19

83 —uningHtheHsroundH”tateH”ymmetryHofHmcetylenylH“adicalsVHACSnCentralnScienceTH2015THYTHZcXUd 16.8 5

82 —heHxiseHyeitnerUyinervaHoenterHforHoomputationalHQuantumHohemistryfHYdHÜearsHofH
usraeliUsermanHoollaborationVHIsraelnJournalnofnChemistryTH2015THaaTHYYbcUYYcb 3.4 3

81 “esponseHtoHtheHoommentHbyHvVHsrunenbergHonHJ—heHzatureHofHtheHrourthHnondHinHtheHsroundH
”tateHofHoZfH—heHQuadrupleHnondHoonundrumOOVHChemistryn-nAnEuropeannJournalTH2015THZYTHYcYZcUd 4.8 10

80 nlueUvioletHphotoluminescenceHofH]UisopropylUpyridineHhydroxideHcrystalsVHJournalnofnPhysicaln
ChemistrynATH2014THYYdTH[XbYUc 2.8

79 —heHnatureHofHtheHfourthHbondHinHtheHgroundHstateHofHoZfHtheHquadrupleHbondHconundrumVHChemistryn
-nAnEuropeannJournalTH2014THZXTHbZZXU[Z 4.8 60

78 ohargeU”hiftHnondingHqmergesHasHaHpistinctHqlectronUPairHnondingHramilyHfromHnothHValenceHnondH
andHyolecularH†rbitalH—heoriesVHJournalnofnChemicalnTheorynandnComputationTH2014THYXTHZ]YXUd 6.4 32

77 mHtutorialHforHunderstandingHchemicalHreactivityHthroughHtheHvalenceHbondHapproachVHChemicaln
SocietynReviewsTH2014TH][TH]ebdUdd 58.5 45

76 —heHValenceHnondHPerspectiveHofHtheHohemicalHnondH2014THYaeUYed 4

75 ProtonatedHalcoholsHareHexamplesHofHcompleteHchargeUshiftHbondsVHJournalnofnOrganicnChemistryTH
2014THceTHeeedUYXXXY 4.2 18

74 †nH—heHzatureHofHtheHtalogenHnondVHJournalnofnChemicalnTheorynandnComputationTH2014THYXTH[cZbU[c 6.4 194

73 noundH—ripletHPairsHinHtheHtighestH”pinH”tatesHofHyonovalentHyetalHolustersH2014THY]eUYc]

72 nondingHwithHparallelHspinsfHhighUspinHclustersHofHmonovalentHmetalHatomsVHAccountsnofnChemicaln
ResearchTH2014TH]cTH]YcUZb 24.3 14

71 —heoreticalH—oolkitsHforHunorganicHandHnioinorganicHoomplexesfH—heirHmpplicationsHandHunsightsH2013
THYUac 1

70 rormationHofHoarbonUoarbonH—riplyHnondedHyoleculesHfromH—woHrreeHoarbyneH“adicalsHviaHaH
oonicalHuntersectionVHJournalnofnPhysicalnChemistrynLettersTH2013TH]THadUb] 6.4 19

69  nderstandingHtheHzatureHofHtheHot´•´•´•toHunteractionsHinHmlkanesVHJournalnofnChemicalnTheorynandn
ComputationTH2013THeTHYeccUeY 6.4 90

68 mHresponseHtoHtheHcriticalHcommentsHonHJ†neHmoleculeTHtwoHatomsTHthreeHviewsTHfourHbondskJVH
AngewandtenChemien-nInternationalnEditionTH2013THaZTHaeZbUd 16.4 48

67 mH“esponseHtoHtheHoriticalHoommentsHonHâ��†neHyoleculeTH—woHmtomsTH—hreeHViewsTHrourHnondskâ��VH
AngewandtenChemieTH2013THYZaTHbX]XUbX]Z 3.6 14
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66 ”pinU†rbitHoouplingHandH†uterUooreHoorrelationHqffectsHinHurUHandHPtUoatalyzedHoUtHmctivationVH
JournalnofnChemicalnTheorynandnComputationTH2012THdTHYb]YUa 6.4 21

65 nlendedHhydrogenHatomHabstractionHandHprotonUcoupledHelectronHtransferHmechanismsHofH
closedUshellHmoleculesVHChemicalnScienceTH2012TH[THYeX[ 9.4 43

64 QuadrupleHbondingHinHoZHandHanalogousHeightUvalenceHelectronHspeciesVHNaturenChemistryTH2012TH]THYeaUZXX17.6 164

63
—heHzatureHofHtheHudealizedH—ripleHnondsHnetweenHPrincipalHqlementsHandHtheHˇ�H†riginsHofH
—ransUnentHseometriesUmHValenceHnondH”tudyVHJournalnofnChemicalnTheorynandnComputationTH2011TH
cTHeaaUbd

6.4 49

62 pihydrogenHcontactsHinHalkanesHareHsubtleHbutHnotHfaintVHNaturenChemistryTH2011TH[TH[Z[U[X 17.6 199

61 sreenOsHfunctionHmethodsHforHcalculatingHionizationHpotentialsTHelectronHaffinitiesTHandHexcitationH
energiesVHWileynInterdisciplinarynReviews:nComputationalnMolecularnScienceTH2011THYTH[ccU[dc 7.9 57

60 PhotoinducedHprotonHtransferHinHaHpyridineHbasedHpolymerHgelVHJournalnofnPhysicalnChemistrynBTH2010
THYY]THYXcZdU[[ 3.4 15

59 oontinuousH”ymmetryHyeasuresHofHpensityHyapsâ� VHJournalnofnPhysicalnChemistrynCTH2010THYY]THZX[]ZUZX[]e3.8 7

58 noundH—ripletHPairsHinHtheHtighestH”pinH”tatesHofHooinageHyetalHolustersVHJournalnofnChemicalnTheoryn
andnComputationTH2010THbTHY]ceUde 6.4 12

57 mnHexcursionHfromHnormalHtoHinvertedHoUoHbondsHshowsHaHclearHdemarcationHbetweenHcovalentHandH
chargeUshiftHoUoHbondsVHChemPhysChemTH2009THYXTHZbadUbe 3.2 34

56 ohargeUshiftHbondingHandHitsHmanifestationsHinHchemistryVHNaturenChemistryTH2009THYTH]][Ue 17.6 258

55 ]UisopropylpyridineHhydroperoxideHcrystalsHresultingHfromHtheHaerobicHoxidationHofHaH
]UisopropylpyridineW]UpropylpyridineHmixtureVHJournalnofnPhysicalnChemistrynBTH2009THYY[TH]aaaUe 3.4 1

54 zoUpairHbondingHinHcoinageHmetalHdimersVHJournalnofnPhysicalnChemistrynATH2008THYYZTHYZeeaU[XXY 2.8 16

53 rerromagneticHbondingfHhighHspinHcopperHclustersHPnSYQouPnQgHnHiHZUY]QHdevoidHofHelectronHpairsHbutH
possessingHstrongHbondingVHJournalnofnPhysicalnChemistrynATH2006THYYXTHdaYXUd 2.8 24

52 ohargeUshiftHbondingUUaHclassHofHelectronUpairHbondsHthatHemergesHfromHvalenceHbondHtheoryHandHisH
supportedHbyHtheHelectronHlocalizationHfunctionHapproachVHChemistryn-nAnEuropeannJournalTH2005THYYTHb[adUcY4.8 195

51 —heHâ��“eboundHoontroversyâ��fHmnH†verviewHandH—heoreticalHyodelingHofHtheH“eboundH”tepHinHoâ��tH
tydroxylationHbyHoytochromeHP]aXVHEuropeannJournalnofnInorganicnChemistryTH2004THZXX]THZXcUZZb 2.3 138

50 —heHgroundHandHexcitedHstatesHofHpolyenylHradicalsHoZnUYtZnHSHYHPnHiHZUY[QfHaHvalenceHbondHstudyVH
ChemPhysChemTH2004THaTHaYaUZd 3.2 19

49 mnHaccurateHbarrierHforHtheHhydrogenHexchangeHreactionHfromHvalenceHbondHtheoryfHisHthisHtheoryH
comingHofHagekVHChemistryn-nAnEuropeannJournalTH2003THeTH]a]XUc 4.8 28
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48 rerromagneticHbondingHinHhighUspinHalkaliUmetalHclustersVHtowHdoesHsodiumHcompareHtoHlithiumkVH
PhysicalnChemistrynChemicalnPhysicsTH2003THaTHYadUYb] 3.6 26

47 rerromagneticHnondingfHHPropertiesHofHtighU”pinHxithiumHolustersHnSYxinHPnHiHZâ��YZQHpevoidHofH
qlectronHPairsVHJournalnofnPhysicalnChemistrynATH2002THYXbTH]ebYU]ebe 2.8 32

46 ”ilynesHP“ok”i“kQHandHpisilynesHP“”ik”i“kQfHWhyHmreHxessHnondsHWorthHqnergeticallyHyorekVH
AngewandtenChemieTH2001THYY[TH]Y]bU]YaX 3.6 18

45 ”ilynesHP“ok”i“OQHandHpisilynesHP“”ik”i“OQfHWhyHmreHxessHnondsHWorthHqnergeticallyHyorekVH
AngewandtenChemien-nInternationalnEditionTH2001TH]XTH]XZ[U]XZb 16.4 53

44 mnHelectrochemicalHaromaticHchlorinationTHcomparisonHwithHelectrophilicHreactionVHJournalnofn
ElectroanalyticalnChemistryTH2001TH]eeTH[eU]c 4.1 12

43 mHdifferentHstoryHofHpiUdelocalizationUUtheHdistortivityHofHpiUelectronsHandHitsHchemicalH
manifestationsVHChemicalnReviewsTH2001THYXYTHYaXYU[e 68.1 222

42
mHsingleHtransitionHstateHservesHtwoHmechanismsfHanHabHinitioHclassicalHtrajectoryHstudyHofHtheH
electronHtransferHandHsubstitutionHmechanismsHinHreactionsHofHketylHradicalHanionsHwithHalkylHhalidesVH
JournalnofnthenAmericannChemicalnSocietyTH2001THYZ[THY[XU]

16.4 67

41 unnerUsphereHelectronHtransferHinHmetalUcationHchemistryVHInternationalnJournalnofnMassnSpectrometry
TH2000THZXXTHYb[UYc[ 1.9 13

40 oomputationalHpredictionHofHtheHu”oHrateHforHtripletHnorborneneVHChemicalnPhysicsnLettersTH2000TH
[ZZTH[adU[bZ 2.5 18

39  singHValenceHnondH—heoryHtoH nderstandHqlectronicHqxcitedH”tatesfHHmpplicationHtoHtheHtiddenH
qxcitedH”tateHPZYmgQHofHoZntZnSZHPnHiHZâ��Y]QHPolyenesVHJournalnofnPhysicalnChemistrynATH2000THYX]THdc]]Udcad2.8 47

38 mH—heoreticalH”tudyHofHtheH“adiationlessHpecayHyechanismHofHoyclicHmlkenesHinHtheHxowestH—ripletH
”tateVHJournalnofnPhysicalnChemistrynATH2000THYX]THa[bbUa[c[ 2.8 11

37 â��zoUPairHnondingâ��HinHtighU”pinHxithiumHolustersfHHnSYxinHPnHiHZâ��bQVHJournalnofnPhysicalnChemistrynATH
2000THYX]THYYZZ[UYYZ[Y 2.8 28

36 uonizationHpotentialsHofHporphyrinsHandHphthalocyaninesVHmHcomparativeHbenchmarkHstudyHofHfastH
improvementsHofHwoopmanOsH—heoremVHJournalnofnthenChemicalnSocietynPerkinnTransactionsnIITH1999THYba[UYbbZ 37

35 ”ynthesisHandH·UrayHyolecularH”tructureHofHtheHrirstH”tableH†rganicH“adicalHxackingH“esonanceH
”tabilizationVHJournalnofnthenAmericannChemicalnSocietyTH1999THYZYTHdYYdUdYYe 16.4 27

34 zoUPairHnondingHinHtheHtighU”pinH[H”tateHofHxiZVHmHValenceHnondH”tudyHofHutsH†riginsVHJournalnofnthen
AmericannChemicalnSocietyTH1999THYZYTH[YbaU[Yc] 16.4 32

33 —heoreticalHstudyHofHtheHradiationlessHdecayHchannelsHofHtripletHstateHnorborneneVHChemicalnPhysicsn
LettersTH1998THZdcTHbXYUbXc 2.5 9

32 perHangeregteHáwillingszustandHalsH”ondeHfˆ…rHdenHˆ�bergangszustandHinHkonzertiertenH
unimolekularenH“eaktionenfHdieH”emibullvalenU mlagerungVHAngewandtenChemieTH1998THYYXTHY]cXUY]c[ 3.6 2

31 —heH—winUqxcitedH”tateHasHaHProbeHforHtheH—ransitionH”tateHinHooncertedH nimolecularH“eactionsfH
—heH”emibullvaleneH“earrangementVHAngewandtenChemien-nInternationalnEditionTH1998TH[cTHY[e]UY[ec 16.4 26
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30 ”pinâ��†rbitHoouplingHPatternsHunducedHbyH—wistHandHPyramidalizationHyodesHinHoZt]f´ HmH
QuantitativeH”tudyHandHaHQualitativeHmnalysisVHJournalnofnPhysicalnChemistrynATH1998THYXZTHaeZ[Uae[b 2.8 56

29 poesHsolvationHcauseHsymmetryHbreakingHinHtheHu[â��HionHinHaqueousHsolutionkVHJournalnofnChemicaln
PhysicsTH1998THYXeTHeeZdUee[c 3.9 45

28
pissociativeHqlectronH—ransferTH”ubstitutionTHandHnorderlineHyechanismsHinH“eactionsHofHwetylH
“adicalHmnionsVHpifferencesHandHpifficultiesHinH—heirH“eactionHPathsVHJournalnofnthenAmericann
ChemicalnSocietyTH1997THYYeTHeZ[cUeZ]a

16.4 48

27 ”pinâ��†rbitHoouplingHinHtheH†xidativeHmctivationHofHtâ��tHbyHre†SVH”electionH“ulesHandH“eactivityH
qffectsVHJournalnofnthenAmericannChemicalnSocietyTH1997THYYeTHYcc[UYcdb 16.4 222

26 mHdifferentHstoryHofHbenzeneVHComputationalnandnTheoreticalnChemistryTH1997TH[edU[eeTHYaaUYbc 46

25 zpp†HsemiempiricalHapproximationsHcoupledHwithHsreenOsHfunctionHtechniqueâ��aHreliableHapproachH
forHcalculatingHionizationHpotentialsVHComputationalnandnTheoreticalnChemistryTH1997TH]XYTHZ[aUZaZ 7

24 qlectronUtransferHreactivityHinHtheHactivationHofHorganicHfluoridesHbyHbareHmetalHmonocationsVH
ChemicalnPhysicsnLettersTH1997THZc[THYb]UYcX 2.5 23

23 qlectronUtransferHreactivityHinHtheHactivationHofHorganicHfluoridesHbyHbareHmetalHmonocationsVH
ChemicalnPhysicsnLettersTH1997THZcdTH[eYU[ec 2.5 41

22 †riginsHofHtheHqxaltedHbZuHrrequencyHinHtheHrirstHqxcitedH”tateHofHnenzeneVHJournalnofnthenAmericann
ChemicalnSocietyTH1996THYYdTHbbbUbcY 16.4 77

21 uonizationHqnergiesHofHxinearHandHoyclicHPolysilanesVHmpplicationHofHtheHsreenOsHrunctionHyethodH
ooupledHwithH”emiempiricalHyolecularH†rbitalHoalculationsVHOrganometallicsTH1996THYaTH[aXU[bX 3.8 14

20
—owardsHtheHpefinitionHofHtheHyaximumHmllowableH—ightnessHofHanHqlectronH—ransferH—ransitionH
”tateHinHtheH“eactionsHofH“adicalHmnionsHandHmlkylHtalidesVHAngewandtenChemienInternationalnEditionn
innEnglishTH1996TH[aTHYXedUYYXX

28

19 oomparisonHofHoâ��olHandH”iâ��olHnondsVHmHValenceHnondH”tudyVHThenJournalnofnPhysicalnChemistryTH1996
THYXXTHacYaUacZX 48

18
“eactivityHParadigmsfH—ransitionH”tateH”tructureTHyechanismsHofHnarrierHrormationTHandH
”tereospecificityHofHzucleophilicH”ubstitutionsHonHVsigmaVUoationH“adicalsVHJournalnofnthenAmericann
ChemicalnSocietyTH1995THYYcTH[ZXaU[ZZZ

16.4 23

17 WhyHpoesHnenzeneHPossessHaHpbhH”ymmetrykHmHQuasiclassicalH”tateHmpproachHforHProbingH
VpiVUnondingHandHpelocalizationHqnergiesVHJournalnofnthenAmericannChemicalnSocietyTH1995THYYcTHccbXUccbd16.4 121

16 WhatHusHPhysicallyHWrongHwithHtheHpescriptionHofH†ddUqlectronHnondingHbyHtartreeUrockH—heorykHmH
”impleHzonempiricalH“emedyVHJournalnofnthenAmericannChemicalnSocietyTH1995THYYcTHeXX[UeXYY 16.4 54

15
qlectronHtransferHmechanisticHmanifoldHandHvariableHtransitionHstateHcharacterVHmHtheoreticalH
investigationHofHmodelHelectronHtransferHprocessesHbetweenHnucleophilesHandHethaneHcationHradicalVH
JournalnofnthenChemicalnSocietynPerkinnTransactionsnIITH1995THYaZa

8

14 mbHinitioHcalculationsHforHsmallHiodoHclustersVHsoodHperformanceHofHrelativisticHeffectiveHcoreH
potentialsVHChemicalnPhysicsnLettersTH1995THZ[[THZ]eUZab 2.5 31

13 —woU”tateH“eactivityHinH†rganometallicHsasUPhaseHuonHohemistryVHHelveticanChimicanActaTH1995THcdTHY[e[UY]Xc2 270

(1995-1998)
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12 —heHuozUuzoHsystemfHexperimentHandHquantumHchemicalHcalculationsVHChemicalnPhysicsnLettersTH1994TH
Z[YTHYZ] 2.5 2
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