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127 yynamicsLofL—LPaeRLpeptideLagonistLengagementLareLcorrelatedLwithLkineticsLofL—LproteinL
activationbbLNaturegCommunicationsXL2022XLegXLnf 17.4 3

126 TheLRoleLofLβxLeLandL−mLinLxlassLweL—PxRspLβmplicationsLforLReceptorLvctivationbbLFrontiersging
EndocrinologyXL2021XLefXLlnfnef 5.7 0

125 MultisiteLModelLofLvllosterismLforLtheLvdenosineLveLReceptorbLJournalgofgChemicalgInformationgandg
ModelingXL2021XLkeXLfddeafdei 6.1 2

124 PeptidomimeticabasedLapproachLtowardLinhibitorsLofLmicrobialLtrimethylamineLlyasesbLChemicalg
BiologygandgDruggDesignXL2021XLnlXLfgeafgk 2.9 1

123 SupervisedLmolecularLdynamicsLforLexploringLtheLdruggabilityLofLtheLSvRSaxoVafLspikeLproteinbL
JournalgofgComputerxAidedgMoleculargDesignXL2021XLgiXLeniafdl 4.2 23

122 yecipheringLtheLvgonistLwindingLMechanismLtoLtheLvdenosineLveLReceptorbLACSgPharmacologygandg
TranslationalgScienceXL2021XLhXLgehagfk 5.9 5

121 zxploringLLigandLwindingLtoLxalcitoninL—eneaRelatedLPeptideLReceptorsbLFrontiersgingMolecularg
BiosciencesXL2021XLmXLlfdike 5.6 0

120 PartialLagonismLimprovesLtheLantiahyperglycaemicLefficacyLofLanLoxyntomodulinaderivedL
—LPaeRc—x—RLcoaagonistbLMoleculargMetabolismXL2021XLieXLedefhf 8.8 2

119 βdentificationLofLSmallaMoleculeLPositiveLModulatorsLofLxalcitoninalikeLReceptorawasedLReceptorsbL
ACSgPharmacologygandgTranslationalgScienceXL2020XLgXLgdiagfd 5.9 9

118
StructureLandLyynamicsLofLvdrenomedullinLReceptorsLvMLandLvMLRevealLKeyLMechanismsLinLtheL
xontrolLofLReceptorLPhenotypeLbyLReceptorLvctivityaModifyingLProteinsbLACSgPharmacologygandg
TranslationalgScienceXL2020XLgXLfkgafmh

5.9 42

117 vLSupervisedLMolecularLyynamicsLvpproachLtoLUnbiasedLLigandaProteinLUnbindingbLJournalgofg
ChemicalgInformationgandgModelingXL2020XLkdXLemdhaemel 6.1 14

116 RationalLdevelopmentLofLaLhighaaffinityLsecretinLreceptorLantagonistbLBiochemicalgPharmacologyXL
2020XLellXLeegnfn 6 2

115 vctivationLofLtheL—LPaeLreceptorLbyLaLnonapeptidicLagonistbLNatureXL2020XLillXLhgfahgk 50.4 74

114 vddressingLfreeLfattyLacidLreceptorLeLT––vReULactivationLusingLsupervisedLmolecularLdynamicsbL
JournalgofgComputerxAidedgMoleculargDesignXL2020XLghXLeemeaeeng 4.2 4

113 StructureLandLdynamicsLofLtheLactiveL—sacoupledLhumanLsecretinLreceptorbLNaturegCommunicationsXL
2020XLeeXLhegl 17.4 26

112 PeekingLatL—aproteinacoupledLreceptorsLthroughLtheLmolecularLdynamicsLkeyholebLFuturegMedicinalg
ChemistryXL2019XLeeXLinnakei 4.1 8

111
yeconvolutingLtheLMolecularLxontrolLofLwindingLandLSignalingLatLtheLvmylinLgLReceptoroLRvMPgL
vltersLSignalLPropagationLthroughLzxtracellularLLoopsLofLtheLxalcitoninLReceptorbLACSg
PharmacologygandgTranslationalgScienceXL2019XLfXLemgaenl
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110 TheLMolecularLxontrolLofLxalcitoninLReceptorLSignalingbLACSgPharmacologygandgTranslationalg
ScienceXL2019XLfXLgeaie 5.9 30

109 xalcitoninL—eneaRelatedLPeptideLvntagonistsLandLTherapeuticLvntibodiesbLHandbookgofg
ExperimentalgPharmacologyXL2019XLfiiXLeknaenf 3.2 4

108 zxtracellularLloopsLfLandLgLofLtheLcalcitoninLreceptorLselectivelyLmodifyLagonistLbindingLandL
efficacybLBiochemicalgPharmacologyXL2018XLeidXLfehafhh 6 18

107
PhotoaffinityLxrossaLinkingLandLUnnaturalLvminoLvcidLMutagenesisLRevealLβnsightsLintoLxalcitoninL
—eneaRelatedLPeptideLwindingLtoLtheLxalcitoninLReceptoralikeLReceptorcReceptorL
vctivityaModifyingLProteinLeLTxLRcRvMPeULxomplexbLBiochemistryXL2018XLilXLhneiahnff

3.2 14

106 MolecularLSignatureLforLReceptorLzngagementLinLtheLMetabolicLPeptideL−ormoneLvmylinbLACSg
PharmacologygandgTranslationalgScienceXL2018XLeXLgfahn 5.9 33

105 xryoazMLstructureLofLtheLactiveXL—aproteinLcomplexedXLhumanLx—RPLreceptorbLNatureXL2018XLikeXLhnfahnl50.4 141

104
−ighLaffinityLbindingLofLtheLpeptideLagonistLTβPagnLtoLtheLparathyroidLhormoneLfLTPT−ULreceptorL
requiresLtheLhydroxylLgroupLofLTyragemLonLtransmembraneLhelixLibLBiochemicalgPharmacologyXL2017XL
eflXLleame

6 7

103
—eneticallyLencodedLphotocrossalinkersLdetermineLtheLbiologicalLbindingLsiteLofLexendinahLpeptideL
inLtheLNaterminalLdomainLofLtheLintactLhumanLglucagonalikeLpeptideaeLreceptorLT—LPaeRUbLJournalgofg
BiologicalgChemistryXL2017XLfnfXLlegealehh

5.4 33

102
UnderstandingLtheLmolecularLfunctionsLofLtheLsecondLextracellularLloopLTzxLfULofLtheLcalcitoninL
genearelatedLpeptideLTx—RPULreceptorLusingLaLcomprehensiveLmutagenesisLapproachbLMoleculargandg
CellulargEndocrinologyXL2017XLhihXLgnahn

4.4 4

101
ReceptorLactivityamodifyingLproteinLdependentLandLindependentLactivationLmechanismsLinLtheL
couplingLofLcalcitoninLgenearelatedLpeptideLandLadrenomedullinLreceptorsLtoL—sbLBiochemicalg
PharmacologyXL2017XLehfXLnkaeed

6 22

100 ReceptorLvctivityamodifyingLProteinadirectedL—LProteinLSignalingLSpecificityLforLtheLxalcitoninL
—enearelatedLPeptideL–amilyLofLReceptorsbLJournalgofgBiologicalgChemistryXL2016XLfneXLfenfiafenhh 5.4 52

99
KeyLinteractionsLbyLconservedLpolarLaminoLacidsLlocatedLatLtheLtransmembraneLhelicalLboundariesL
inLxlassLwL—PxRsLmodulateLactivationXLeffectorLspecificityLandLbiasedLsignallingLinLtheLglucagonalikeL
peptideaeLreceptorbLBiochemicalgPharmacologyXL2016XLeemXLkmaml

6 32

98 TheLzxtracellularLSurfaceLofLtheL—LPaeLReceptorLβsLaLMolecularLTriggerLforLwiasedLvgonismbLCellXL
2016XLekiXLekgfaekhg 56.2 102

97
vL−ydrogenawondedLPolarLNetworkLinLtheLxoreLofLtheL—lucagonaLikeLPeptideaeLReceptorLβsLaL
–ulcrumLforLwiasedLvgonismoLLessonsLfromLxlassLwLxrystalLStructuresbLMoleculargPharmacologyXL
2016XLmnXLggiahl

4.3 43

96 ReceptorLvctivityamodifyingLProteinsLfLandLgL—enerateLvdrenomedullinLReceptorLSubtypesLwithL
yistinctLMolecularLPropertiesbLJournalgofgBiologicalgChemistryXL2016XLfneXLeekilali 5.4 34

95 ReceptorLactivityamodifyingLproteinspLmultifunctionalL—LproteinacoupledLreceptorLaccessoryL
proteinsbLBiochemicalgSocietygTransactionsXL2016XLhhXLikmalg 5.1 29

94 ModulationLofL—lucagonLReceptorLPharmacologyLbyLReceptorLvctivityamodifyingLProteinafL
TRvMPfUbLJournalgofgBiologicalgChemistryXL2015XLfndXLfgddnaff 5.4 49

93
OneLmotifLtoLbindLthemoLvLsmallaXXXasmallLmotifLaffectsLtransmembraneLdomainLeLoligomerizationXL
functionXLlocalizationXLandLcrossatalkLbetweenLtwoLyeastL—PxRsbLBiochimicagEtgBiophysicagActagxg
BiomembranesXL2014XLemgmXLgdgkaie
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92 βdentifyingLsubsetLerrorsLinLmultipleLsequenceLalignmentsbLJournalgofgBiomoleculargStructuregandg
DynamicsXL2014XLgfXLgkhale 3.6 4

91 yoLplantsLcontainLgLproteinacoupledLreceptorstbLPlantgPhysiologyXL2014XLekhXLfmlagdl 6.6 45

90 vssessingLtheLeffectLofLdynamicsLonLtheLclosedaloopLproteinafoldingLhypothesisbLJournalgofgtheg
RoyalgSocietygInterfaceXL2014XLeeXLfdegdngi 4.1 5

89 ModelingLactiveL—PxRLconformationsbLMethodsgingEnzymologyXL2013XLiffXLfeagi 1.7 11

88
SimilarityLbetweenLclassLvLandLclassLwL—aproteinacoupledLreceptorsLexemplifiedLthroughLcalcitoninL
genearelatedLpeptideLreceptorLmodellingLandLmutagenesisLstudiesbLJournalgofgthegRoyalgSocietyg
InterfaceXL2013XLedXLfdefdmhk

4.1 38

87 TheLactivationLofLtheLx—RPLreceptorbLBiochemicalgSocietygTransactionsXL2013XLheXLemdah 5.1 11

86 TheLroleLofLzxLfLinLx—RPLreceptorLactivationoLaLcombinedLmodellingLandLexperimentalLapproachbL
JournalgofgthegRoyalgSocietygInterfaceXL2013XLedXLfdegdimn 4.1 22

85 RetinitisLpigmentosaLmutantsLprovideLinsightLintoLtheLroleLofLtheLNaterminalLcapLinLrhodopsinL
foldingXLstructureXLandLfunctionbLJournalgofgBiologicalgChemistryXL2013XLfmmXLggnefaggnfk 5.4 29

84 —aproteinacoupledLreceptorLdynamicsoLdimerizationLandLactivationLmodelsLcomparedLwithL
experimentbLBiochemicalgSocietygTransactionsXL2012XLhdXLgnhan 5.1 13

83 TheLstatisticalLsignificanceLofLselectedLsenseaantisenseLpeptideLinteractionsbLJournalgofg
ComputationalgChemistryXL2012XLggXLehhdal 3.5 5

82 ModelingL—PxRLactiveLstateLconformationsoLtheL˛†TfUaadrenergicLreceptorbLProteins:gStructureug
FunctiongandgBioinformaticsXL2011XLlnXLehheail 4.2 23

81 wioinformaticsLandLmolecularLmodellingLapproachesLtoL—PxRLoligomerizationbLCurrentgOpinionging
PharmacologyXL2010XLedXLgdal 5.1 51

80 xonnectivityLandLbindingasiteLrecognitionoLapplicationsLrelevantLtoLdrugLdesignbLJournalgofg
ComputationalgChemistryXL2010XLgeXLfkllamm 3.5 11

79 xlosedLloopLfoldingLunitsLfromLstructuralLalignmentsoLexperimentalLfoldonsLrevisitedbLJournalgofg
ComputationalgChemistryXL2010XLgeXLfkmnalde 3.5 11

78 vssessingLtheLroleLofLpolarizationLinLdockingbLJournalgofgPhysicalgChemistrygAXL2008XLeefXLefeilakg 2.8 36

77 TowardLaLconsistentLtreatmentLofLpolarizationLinLmodelLQMcMMLcalculationsbLJournalgofgPhysicalg
ChemistrygAXL2008XLeefXLefeieak 2.8 13

76 TheLeffectLofLMMLpolarizationLonLtheLQMcMMLtransitionLstateLstabilizationoLapplicationLtoL
chorismateLmutasebLMoleculargPhysicsXL2008XLedkXLeieeaeiei 1.7 11

75 xriteriaLforLconfirmingLsequenceLperiodicityLidentifiedLbyL–ourierLtransformLanalysisoLapplicationLtoL
—xRfXLaLcandidateLplantL—PxRtbLBiophysicalgChemistryXL2008XLeggXLfmagi 3.5 46
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74 QuantitativeLmeasurementLofLproteaseLligandLconformationbLJournalgofgComputerxAidedgMolecularg
DesignXL2008XLffXLedian 4.2

73 xonservationLofLclosedLloopsbLJournalgofgMoleculargGraphicsgandgModellingXL2007XLfkXLkifai 2.8 8

72 xomputationalLstudiesLofL–amilyLvLandL–amilyLwL—PxRsbLBiochemicalgSocietygTransactionsXL2007XLgiXLlhnaih5.1 43

71 xlassicalLpolarizationLinLhybridLQMcMMLmethodsbLJournalgofgPhysicalgChemistrygAXL2006XLeedXLkhmlanl 2.8 48

70 zntropyLandLoligomerizationLinL—PxRsbLJournalgofgMoleculargNeuroscienceXL2005XLfkXLeegaff 3.3 15

69 TowardLtheLactiveLconformationsLofLrhodopsinLandLtheLbetafaadrenergicLreceptorbLProteins:g
StructureugFunctiongandgBioinformaticsXL2004XLikXLklamh 4.2 66

68 vLmultilayeredLapproachLtoLapproximatingLsoluteLpolarizationbLJournalgofgComputationalgChemistryXL
2004XLfiXLkflage 3.5 2

67 −ypoxiaatargetingLcopperLbisTselenosemicarbazoneULcomplexesoLcomparisonLwithLtheirLsulfurL
analoguesbLJournalgofgthegAmericangChemicalgSocietyXL2003XLefiXLeddhdan 16.4 39

66 StudiesLonLtheLmechanismLofLhypoxicLselectivityLinLcopperLbisTthiosemicarbazoneUL
radiopharmaceuticalsbLJournalgofgMedicinalgChemistryXL2002XLhiXLehfdage 8.3 162

65 ModellingL—aproteinLcoupledLreceptorsbLTheoreticalgandgComputationalgChemistryXL2001XLgheaglk 1

64 TowardsLnewLtransitionLmetalabasedLhypoxicLselectiveLagentsLforLtherapyLandLimagingbLJournalgofg
InorganicgBiochemistryXL2001XLmiXLeiaff 4.2 89

63 LipidafacingLcorrelatedLmutationsLandLdimerizationLinL—aproteinLcoupledLreceptorsbLProteing
EngineeringugDesigngandgSelectionXL2001XLehXLlinakl 1.9 49

62 yimerizationLofL—aproteinacoupledLreceptorsbLJournalgofgMedicinalgChemistryXL2001XLhhXLhiniakeh 8.3 129

61 ModelingLPolarizationLthroughLβnducedLvtomicLxhargesbLJournalgofgPhysicalgChemistrygAXL2001XLediXLeehldaeehln2.8 31

60 –ullyLpolarizableLQMcMMLcalculationsoLvnLapplicationLtoLtheLnonbondedLiodineâ��oxygenLinteractionL
inLdimethylafaiodobenzoylphosphonatebLJournalgofgComputationalgChemistryXL2000XLfeXLhlmahmf 3.5 12

59 yimerizationLandLdomainLswappingLinL—aproteinacoupledLreceptorsoLaLcomputationalLstudybL
NeuropsychopharmacologyXL2000XLfgXLSkdall 8.7 113

58 xyclophosphamidesLasLhypoxiaaactivatedLdiffusibleLcytotoxinsoLaLtheoreticalLstudybLJournalgofg
ComputerxAidedgMoleculargDesignXL2000XLehXLgdlaek 4.2 0

57 wrownianLdynamicsLsimulationsLofLtheL˛†LfLaadrenergicLreceptorLextracellularLloopsoLevidenceLforL
helixLmovementLinLligandLbindingtbLComputationalgandgTheoreticalgChemistryXL1999XLhknXLffnafgf 6
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56 SoluteLpolarizationLandLtheLdesignLofLcobaltLcomplexesLasLredoxaactiveLtherapeuticLagentsbL
InternationalgJournalgofgQuantumgChemistryXL1999XLlgXLffnafgk 2.1 3

55 xorrelatedLmutationsLinLtheL−LvLclassLββLmoleculebLInternationalgJournalgofgQuantumgChemistryXL1999
XLlgXLmiank 2.1 4

54 zvidenceLforLdimerizationLinLtheL˛†faadrenergicLreceptorLfromLtheLevolutionaryLtraceLmethodbL
InternationalgJournalgofgQuantumgChemistryXL1999XLlhXLgleagln 2.1 11

53 TowardsLimprovedLforceLfieldsoLβββbLPolarizationLthroughLmodifiedLatomicLchargesbLJournalgofg
ComputationalgChemistryXL1999XLfdXLldhalef 3.5 34

52 MacromolecularLModellingLonLtheLxrayLTgyL1999XLffnafgk 1

51 zxploitingLtheLparallelisationLinherentLinLtheLwindowingLapproachLtoLMonteLxarloLenergyL
perturbationLcalculationsbLComputationalgandgTheoreticalgChemistryXL1998XLhflXLegeaegi

50 yomainLswappingLinL—aproteinLcoupledLreceptorLdimersbLProteingEngineeringugDesigngandgSelectionXL
1998XLeeXLeemeang 1.9 102

49 SimulationsLonLdimericLpeptidesoLevidenceLforLdomainLswappingLinL—aproteinacoupledLreceptorstbL
BiochemicalgSocietygTransactionsXL1997XLfiXLedkkale 5.1 32

48 yOMvβNLSWvPPβN—LβNLT−zLvxTβVvTβONLO–L—aPROTzβNLxOUPLzyLRzxzPTORSbLBiochemicalg
SocietygTransactionsXL1997XLfiXLhfnSahfnS 5.1

47 xorrelatedLmutationsLandLsubtypeLspecificityLinLtheLadrenergicLreceptorbLBiochemicalgSocietyg
TransactionsXL1997XLfiXLhghS 5.1 3

46 xorrelatedLmutationsLamongstLtheLexternalLresiduesLofL—aproteinLcoupledLreceptorsbLBiochemicalg
SocietygTransactionsXL1997XLfiXLifnS 5.1 10

45 vLnewLapproachLtoLdockingLinLtheLbetaLfaadrenergicLreceptorLthatLexploitsLtheLdomainLstructureLofL
—aproteinacoupledLreceptorsbLJournalgofgMedicinalgChemistryXL1997XLhdXLgmleamk 8.3 68

44 vccurateLnumericalLdeterminationLofLKohnaShamLpotentialsLfromLelectronicLdensitiesoLβbL
TwoaelectronLsystemsbLJournalgofgChemicalgPhysicsXL1997XLedkXLnkinankkl 3.9 39

43 TowardLβmprovedL–orceL–ieldsbLebLMultipoleayerivedLvtomicLxhargesbLJournalgofgPhysicalgChemistryg
AXL1997XLedeXLihglaihhi 2.8 39

42 TowardLβmprovedL–orceL–ieldsbLfbLzffectiveLyistributedLMultipolesbLJournalgofgPhysicalgChemistrygAXL
1997XLedeXLihhkaihii 2.8 38

41 βnclusionLofLconservedLburiedLwaterLmoleculesLinLtheLmodelLstructureLofLratLsubmaxillaryLkallikreinbL
JournalgofgComputerxAidedgMoleculargDesignXL1997XLeeXLihlaik 4.2 6

40
znergeticsLofLReactionsLβnvolvingLTransitionLMetalLxomplexesoLLxalculationLofLRelativeLzlectrodeL
PotentialsLforLxobaltLxomplexesLatLVariousLβonicLStrengthsLUsingLyensityL–unctionalLandL
Poissonâ��woltzmannLMethodsbLJournalgofgthegAmericangChemicalgSocietyXL1996XLeemXLedihiaediid

16.4 4

39 SimulationsLonLtheLactivationLofLtheLbradykininLwfLreceptorbLBiochemicalgSocietygTransactionsXL1996XL
fhXLfinakg 5.1 2
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38
znergeticsLofLreactionsLinvolvingLradicalLspeciesLinLsolutionoLxalculationLofLrelativeLelectrodeL
potentialsLforLnitroimidazolesLusingLdensityLfunctionalLandLcontinuumLmethodsbLInternationalg
JournalgofgQuantumgChemistryXL1996XLinXLegiaehi

2.1 4

37 PotentialLenergyLsurfacesLfromLKohnaShamLpotentialsbLChemicalgPhysicsgLettersXL1996XLfkfXLiggaigm 2.5 4

36 yensityLfunctionalLcalculationLofLquinoneLelectrodeLpotentialsbLInternationalgJournalgofgQuantumg
ChemistryXL1995XLikXLkllakml 2.1 25

35 vLmolecularLdynamicsLapproachLtoLreceptorLmappingoLapplicationLtoLtheLi−TgLandLbetaL
faadrenergicLreceptorsbLJournalgofgMedicinalgChemistryXL1995XLgmXLhdmdak 8.3 14

34 zlectrochromicLbehaviourLandLXarayLstructureLanalysisLofLaLPechmannLdyeXL
TzUaiXitadiphenylagXgtabifuranylideneafXftadionebLJournalgofgMaterialsgChemistryXL1994XLhXLefdeaefdh 11

33 TheoreticalLcalculationLofLelectrodeLpotentialsoLzlectronawithdrawingLcompoundsbLInternationalg
JournalgofgQuantumgChemistryXL1992XLheXLfngaged 2.1 42

32 vLLinearLMolecularLSimilarityLβndexbLQSARgandgCombinatorialgScienceXL1992XLeeXLghagi 24

31 vtomicLchargesLforLvariableLmolecularLconformationsbLJournalgofgthegAmericangChemicalgSocietyXL
1992XLeehXLndliandln 16.4 147

30 TheoreticalLdeterminationLofLpartitionLcoefficientsbLJournalgofgthegAmericangChemicalgSocietyXL1992XL
eehXLgkghagkgn 16.4 59

29 –reeLenergyLcalculationsLinLmolecularLbiophysicsbLMoleculargPhysicsXL1992XLlkXLfieafli 1.7 79

28 MethodsLforLdeterminingLtheLreliabilityLofLsemiempiricalLelectrostaticLpotentialsLandLpotentialL
derivedLchargesbLComputationalgandgTheoreticalgChemistryXL1992XLfikXLfhnafkn 27

27 zrrorsLinLfreeaenergyLperturbationLcalculationsLdueLtoLneglectingLtheLconformationalLvariationLofL
atomicLchargesbLChemicalgPhysicsgLettersXL1992XLennXLfilafkd 2.5 31

26 TheLtheoreticalLcalculationLofLbasicitiesoLanLhomologousLamineLseriesbLComputationalgandg
TheoreticalgChemistryXL1990XLfdmXLfdiaffe 8

25 SemiempiricalLvMeLelectrostaticLpotentialsLandLvMeLelectrostaticLpotentialLderivedLchargesoLvL
comparisonLwithLabLinitioLvaluesbLJournalgofgComputationalgChemistryXL1990XLeeXLeinaekn 3.5 146

24 –reeLznergyLxalculationsLofLPharmaceuticallyLβmportantLPropertiesbLMoleculargSimulationXL1990XLiXLfkiafli2 8

23 TheoreticalLelectrodeLpotentialsLandLconformationalLenergiesLofLbenzoquinonesLandL
naphthoquinonesLinLaqueousLsolutionbLJournalgofgthegAmericangChemicalgSocietyXL1990XLeefXLlihialiie 16.4 61

22 SolvationLeffectsbLProteingEngineeringugDesigngandgSelectionXL1989XLfXLgenafl 1.9 23

21 TheLoxidationLpotentialLofLeXhadiaminobenzeneoLxalculationLversusLexperimentbLJournalgofg
ElectroanalyticalgChemistrygandgInterfacialgElectrochemistryXL1989XLfimXLlnamm 37
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20 βdentifyingLtargetsLforLbioreductiveLagentsoLusingL—RβyLtoLpredictLselectiveLbindingLregionsLofL
proteinsbLJournalgofgMoleculargGraphicsXL1989XLlXLedgamXLedd 30

19 RelativeLpartitionLcoefficientsLfromLpartitionLfunctionsoLaLtheoreticalLapproachLtoLdrugLtransportbL
JournalgofgthegChemicalgSocietygChemicalgCommunicationsXL1989XLeeif 22

18 RationalLdrugLdesignoLbindingLfreeLenergyLdifferencesLofLcarbonicLanhydraseLinhibitorsbLJournalgofg
thegChemicalgSocietygChemicalgCommunicationsXL1989XLmig 12

17
vbLinitioLcalculationsLrelevantLtoLtheLmechanismLofLchemicalLcarcinogenesisLbyLNanitrosaminesbLVβββbL
zffectsLofLhydrationLonLvariousLreactionsLinvolvedLinLtheLformationLandLmetabolismLofL
NanitrosaminesbLJournalgofgComputationalgChemistryXL1988XLnXLllnalmg

3.5 7

16 xomputedLredoxLpotentialsLandLtheLdesignLofLbioreductiveLagentsbLNatureXL1988XLgghXLmdaf 50.4 74

15 vccurateLredoxLpotentialsLfromLtheoreticalLcalculationsoLmethylasubstitutedLbenzoquinonesbL
JournalgofgthegChemicalgSocietygChemicalgCommunicationsXL1988XLehgh 26

14
PredictionLofLselectiveLbioreductiveLantiatumourXLantiafolateLactivityLusingLaLmodifiedLabLinitioL
methodLforLcalculatingLenzymeâ��inhibitorLinteractionLenergiesbLJournalgofgthegChemicalgSocietyg
PerkingTransactionsgIIXL1988XLiieaiik

10

13 vbLinitioLcalculationsLrelevantLtoLtheLmechanismLofLchemicalLcarcinogenesisLbyLNanitrosaminesbL
ComputationalgandgTheoreticalgChemistryXL1987XLehnXLghiagie 6

12 StandardLtransitionastructureLgeometriesbLJournalgofgthegChemicalgSocietyugFaradaygTransactionsg2XL
1987XLmgXLnke 4

11
vbLinitioLcalculationsLrelevantLtoLtheLmechanismLofLchemicalLcarcinogenesisLbyLNanitrosaminesbLPartL
lbLTheLnitrosationLofLaminesLbyLnitrosylLchloridebLJournalgofgthegChemicalgSocietygPerkingTransactionsg
IIXL1987XLeggl

6

10
vbLinitioLcalculationsLrelevantLtoLtheLmechanismLofLchemicalLcarcinogenesisLbyLNanitrosaminesbLPartL
gbâ��TransitionLstructuresLinLnitrosamineLformationLandLmetabolismbLJournalgofgthegChemicalgSocietyug
FaradaygTransactionsg2XL1987XLmgXLhmiaidf

3

9 −ydratedLcarboniumLionsLasLpossibleLnitrosamineLmetabolitesoLvnLabLinitioLstudybLInternationalg
JournalgofgQuantumgChemistryXL1987XLgfXLefgaege 2.1 2

8 zlectrostaticLpotentialLandLbindingLofLdrugsLtoLtheLminorLgrooveLofLyNvbLJournalgofgMolecularg
GraphicsXL1987XLiXLekiaekk 16

7 vbainitioLmolecularLorbitalLstudiesLonLaLnewLmechanismLforLtheLinterconversionLofL
monomethylnitrosamineLandLmethyldiazohydroxidebLTheoreticagChimicagActaXL1986XLldXLhfeahfl 2

6 vLtheoreticalLstudyLofLNanitrosamineLmetabolitesoLPossibleLalkylatingLspeciesLinLcarcinogenesisLbyL
NXNSadimethylLnitrosaminebLInternationalgJournalgofgQuantumgChemistryXL1986XLgdXLliealkf 2.1 7

5 vbLinitioLcalculationsLrelevantLtoLtheLmechanismLofLchemicalLcarcinogenesisLbyLnitrosaminesbLPartLibL
TheLroleLofLdiazomethanebLJournalgofgthegChemicalgSocietygPerkingTransactionsgIIXL1986XLenfl 5

4 vbainitioLcalculationsLrelevantLtoLtheLmechanismLofLchemicalLcarcinogenesisLbyLNanitrosaminesbL
ComputationalgandgTheoreticalgChemistryXL1986XLegmXLegeaegn 5

3 vbLinitioLcalculationsLrelevantLtoLtheLmechanismLofLchemicalLcarcinogenesisLbyLNanitrosaminesbLβbL
TheLnitrosationLofLaminesbLInternationalgJournalgofgQuantumgChemistryXL1984XLfkXLeklaeme 2.1 10
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