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ComputationZL2009ZLiZLkjgam 6.4 34
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JournalpofpChemicalpTheorypandpComputationZL2009ZLiZLmdfal 6.4 273
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67 ImprovedLxescriptionLofLStereoelectronicLyffectsLinL−ydrocarbonsLUsingLSemilocalLxensityL
zunctionalLTheorybLJournalpofpChemicalpTheorypandpComputationZL2008ZLhZLlllame 6.4 55

66 SimpleLchargeatransferLmodelLtoLexplainLtheLelectricalLresponseLofLhydrogenLchainsbLPhysicalpReviewp
AZL2008ZLklZL 2.6 19

65 UnderstandingLandLcorrectingLtheLselfainteractionLerrorLinLtheLelectricalLresponseLofLhydrogenL
chainsbLPhysicalpReviewpAZL2008ZLkkZL 2.6 48

64 RestoringLtheLdensityagradientLexpansionLforLexchangeLinLsolidsLandLsurfacesbLPhysicalpReviewp
LettersZL2008ZLeddZLegjhdj 7.4 5934

63 yxchangeLandLcorrelationLinLopenLsystemsLofLfluctuatingLelectronLnumberbLPhysicalpReviewpAZL2007ZL
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61 OneaparameterLoptimizationLofLaLnonempiricalLmetaageneralizedagradientaapproximationLforLtheL
exchangeacorrelationLenergybLPhysicalpReviewpAZL2007ZLkjZL 2.6 37

60 ximinishedLgradientLdependenceLofLdensityLfunctionalsnLconstraintLsatisfactionLandLselfainteractionL
correctionbLJournalpofpChemicalpPhysicsZL2007ZLefjZLfhhedk 3.9 25

59 MetaageneralizedLgradientLapproximationnLnonaempiricalLconstructionLandLperformanceLofLaL
densityLfunctionalbLPhilosophicalpMagazineZL2007ZLlkZLedkeaedlh 1.6 11

58 SpuriousLfractionalLchargeLonLdissociatedLatomsnLpervasiveLandLresilientLselfainteractionLerrorLofL
commonLdensityLfunctionalsbLJournalpofpChemicalpPhysicsZL2006ZLefiZLemheef 3.9 349

57 ScalingLdownLtheLPerdewaZungerLselfainteractionLcorrectionLinLmanyaelectronLregionsbLJournalpofp
ChemicalpPhysicsZL2006ZLefhZLmhedl 3.9 108

56 ProperLgaussianLbasisLsetsLforLdensityLfunctionalLstudiesLofLwaterLdimersLandLtrimersbLJournalpofp
PhysicalpChemistrypBZL2005ZLedmZLfehkeai 3.4 34

55 ystimationZLcomputationZLandLexperimentalLcorrectionLofLmolecularLzeroapointLvibrationalLenergiesbL
JournalpofpPhysicalpChemistrypAZL2005ZLedmZLjkkmalm 2.8 42

54 vindingLenergyLcurvesLfromLnonempiricalLdensityLfunctionalsbLIbLwovalentLbondsLinLclosedashellLandL
radicalLmoleculesbLJournalpofpPhysicalpChemistrypAZL2005ZLedmZLeeddjaeh 2.8 53

53 vindingLenergyLcurvesLfromLnonempiricalLdensityLfunctionalsLIIbLvanLderLWaalsLbondsLinLrareagasLandL
alkalineaearthLdiatomicsbLJournalpofpPhysicalpChemistrypAZL2005ZLedmZLeedeiafe 2.8 79

52 PrescriptionLforLtheLdesignLandLselectionLofLdensityLfunctionalLapproximationsnLmoreLconstraintL
satisfactionLwithLfewerLfitsbLJournalpofpChemicalpPhysicsZL2005ZLefgZLjffde 3.9 658

51 zluorinatedLcellobioseLandLmaltoseLasLstandainsLforLenergyLsurfaceLcalculationsbLTetrahedron:p
AsymmetryZL2005ZLejZLikkailj 21

50 ynergiesLofLorganicLmoleculesLandLatomsLinLdensityLfunctionalLtheorybLInternationalpJournalpofp
QuantumpChemistryZL2005ZLedeZLidjaiee 2.1 62
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49
ImplicitLZeroaPointLVibrationLynergyLandLThermalLworrectionsLinLRapidLystimationLofLynthalpiesLofL
zormationLfromL−artreeâ��zockLTotalLynergyLandLPartialLwhargesbLJournalpofpPhysicalpChemistrypAZL
2003ZLedkZLkgjakhh

2.8 9

48 RapidLystimationLofLynthalpiesLofLzormationLfromL−artreeâ��zockLTotalLynergyLandLPartialLwhargesL
forLwompoundsLwontainingLSiZLSZLandLwlLutomsbLJournalpofpPhysicalpChemistrypAZL2003ZLedkZLljlkaljmi 2.8 3

47 RapidLystimationLofLZeroaPointLynergiesLofLMoleculesLUsingL−artreeâ��zockLutomicLPartialLwhargesbL
JournalpofpPhysicalpChemistrypAZL2003ZLedkZLelggaelgm 2.8 11

46 ubLinitioLconformationalLspaceLstudyLofLmodelLcompoundsLofLOaglycosidesLofLserineLdiamidebL
Chemistryp-pApEuropeanpJournalZL2002ZLlZLhkelagg 4.8 15

45 ProperLbasisLsetLforLquantumLmechanicalLstudiesLofLpotentialLenergyLsurfacesLofLcarbohydratesbL
ComputationalpandpTheoreticalpChemistryZL2002ZLilhZLeah 87

44 OrganizingLatomicLpartialLchargesLintoLaLdatabasebLComputationalpandpTheoreticalpChemistryZL2002ZL
ilmaimdZLeai 1

43 OptimalLSelectionLofLPartialLwhargeLwalculationLMethodLforLRapidLystimationLofLynthalpiesLofL
zormationLfromL−artreeâ��zockLTotalLynergybLJournalpofpPhysicalpChemistrypAZL2002ZLedjZLefegmaefeid 2.8 12

42
uccurateLthermochemistryLfromLcorrectedL−artreeâ��zockLresultsnLrapidLestimationLofLnearlyL
experimentalLqualityLtotalLenergyLusingLtheLsmallLjage–UdVLbasisLsetbLTheoreticalpChemistrypAccounts
ZL2001ZLedjZLgemagfl

1.9 16

41 TheLperformanceLofLtheLrapidLestimationLofLbasisLsetLerrorLandLcorrelationLenergyLfromLpartialL
chargesLmethodLonLnewLmoleculesLofLtheL–gcmmLtestLsetbLTheoreticalpChemistrypAccountsZL2001ZLedjZLhdhahee1.9 12

40
zittingLatomicLcorrelationLparametersLforLRywyPLUrapidLestimationLofLcorrelationLenergyLfromL
partialLchargesVLmethodLtoLestimateLmolecularLcorrelationLenergiesLwithinLchemicalLaccuracybL
JournalpofpComputationalpChemistryZL2001ZLffZLfheafih

3.5 18

39
ReproducingL–aussianagLTotalLynergyLUsingLzittedLutomicLworrelationLParametersLforLtheLRapidL
ystimationLofLworrelationLynergyLfromLPartialLwhargesLMethodLandL−artreeâ��zockLResultsbLJournalp
ofpPhysicalpChemistrypAZL2001ZLediZLemfjaemgg

2.8 15

38 ProspectsLinLcomputationalLmolecularLmedicinenLaLmillennialLmegaaprojectLonLpeptideLfoldingbL
ComputationalpandpTheoreticalpChemistryZL2000ZLiddZLiail 26

37 ubLInitioLwonformationalLStudyLofLTwoLπewisLXLunaloguesbLJournalpofpPhysicalpChemistrypAZL2000ZL
edhZLkeegakeff 2.8 10

36 ubLInitioLStudyLofLπowestaynergyLwonformersLofLπewisLXLUπexVLTrisaccharidebLJournalpofpPhysicalp
ChemistrypAZL2000ZLedhZLggleaggmd 2.8 17

35 NewLdevelopmentLinLRywyPLUrapidLestimationLofLcorrelationLenergyLfromLpartialLchargesVLmethodbL
ChemicalpPhysicspLettersZL1999ZLgdkZLhjmahkl 2.5 18

34 womparisonLofLabLinitioLandLdensityLfunctionalLmethodsLforLvibrationalLanalysisLofLTewlhbLJournalpofp
ComputationalpChemistryZL1998ZLemZLgdlagel 3.5 9

33 InclusionLofLexactLexchangeLforLselfainteractionLcorrectedL−gLdensityLfunctionalLpotentialLenergyL
surfacebLTheoreticalpChemistrypAccountsZL1998ZLmmZLeilaeji 1.9 59

32 TheoreticalLStudyLofLulternativeLRingLzormsLofL˛–alazucopyranosebLJournalpofpPhysicalpChemistrypAZL
1998ZLedfZLefemaeffm 2.8 26
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31 RelativeLStabilityLandLStructureLofLxihydroaeZfZhatriazinesnLuLTheoreticalLStudybLJournalpofpOrganicp
ChemistryZL1998ZLjgZLilfhailgd 4.2 5

30 TheLconformationalLspaceLofLselectedLaldoapyranoahexosesbLComputationalpandpTheoreticalp
ChemistryZL1997ZLgmiagmjZLfmahd 26

29
PeptideLmodelsLXVbLTheLeffectLofLbasisLsetLsizeLincreaseLandLelectronLcorrelationLonLselectedL
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andpTheoreticalpChemistryZL1997ZLgmeZLeiafj
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28 TheLoriginLofLtheLproblemsLwithLtheLPMgLcoreLrepulsionLfunctionbLComputationalpandpTheoreticalp
ChemistryZL1997ZLgmgZLgeagl 80

27 MonteLwarloLsimulationLofLamorphousLsystemsLwithLtheLfragmentLselfaconsistentLfieldLmethodbL
ComputationalpandpTheoreticalpChemistryZL1997ZLgmlagmmZLefmaegg 3

26 zlexibleLabLinitioLgeometryLofLmethylamineLandLitsLinternalLrotationbLJournalpofpMolecularpStructureZL
1997ZLhedaheeZLglkagmd 3.4 1

25 ubLinitioLandLdensityLfunctionalLstudyLofLtheLconformationalLspaceLofLewhL˛–aπafucosebLJournalpofp
ComputationalpChemistryZL1997ZLelZLggdaghf 3.5 37

24 SimpleLtestsLforLdensityLfunctionalLmethodsbLJournalpofpComputationalpChemistryZL1997ZLelZLeighaeihi 3.5 22

23 VibrationalLanalysisLofLTewlhbLIIbLuL−artreeâ��zockZLMPfZLandLdensityLfunctionalLstudybLInternationalp
JournalpofpQuantumpChemistryZL1997ZLjiZLlekalfj 2.1 5

22 PredictionLofLgeometricalLparametersLforLsilatranesnLanLabLinitioLmolecularLorbitalLandLdensityL
functionalLtheoryLstudybLComputationalpandpTheoreticalpChemistryZL1996ZLgjfZLemmafdl 24

21 VibrationalLpropertiesLofLwfdLisomersZLaLsemiaempiricalLstudybLJournalpofpMolecularpStructureZL1996ZL
gkjZLiegaifg 3.4 10

20 TheLstructureLofLeachlorosilatranenLunLabLinitioLmolecularLorbitalLandLaLdensityLfunctionalLtheoryL
studybLJournalpofpComputationalpChemistryZL1996ZLekZLkjkakld 3.5 21

19 TheoreticalLstudyLofLintramolecularLhydrogenLbondingLandLmolecularLgeometryLofL
fatrifluoromethylphenolbLJournalpofpComputationalpChemistryZL1996ZLekZLeldhaelem 3.5 19

18 RelativeLstabilityLofLewhLandLhweLchairLformsLofL˛†adaglucosenLaLdensityLfunctionalLstudybLChemicalp
PhysicspLettersZL1996ZLfikZLhmajd 2.5 78

17 TheLphotoelectronLspectrumLandLconformationLofLphenylphosphineLandLphenylarsinebLStructuralp
ChemistryZL1995ZLjZLeak 1.8 19

16 TheLfailureLofLtheLMOabasedLtheoreticalLexplanationsLforLbendingLofLdisiloxanebLComputationalpandp
TheoreticalpChemistryZL1995ZLggfZLelkaell 4

15 xensityLfunctionalLandLpostL−artreeazockLequilibriumLgeometriesZLpotentialLenergyLsurfaceLandL
vibrationalLfrequenciesLforLmethylaminebLChemicalpPhysicspLettersZL1995ZLfggZLjeeajel 2.5 17
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13 ubLinitioLandLxzTLinvestigationsLofLintramolecularLhydrogenLbondingLinLeZfaethanediolbLChemicalp
PhysicspLettersZL1995ZLfhiZLefmaegi 2.5 26
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2 TheLmolecularLstructureLofLeaphenylsilatranonebLJournalpofpOrganometallicpChemistryZL1987ZLgfmZLgdiagee2.3 9

1 eZgaxipolareLcycloadditionenLvonLjZkadialkoxyagZhadihydroisochinoliniumaSalzenbLTetrahedronZL1984ZL
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