
Gerald Monard

ListjofjPublicationsjbyjCitations

Source:jhttps://exaly.com/authorypdf/4013263/geraldymonardypublicationsybyycitations.pdf

Version:j2024y04y28j

Thisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexaly.com.jForj

thejlatestjversionjofjthisjpublicationjlistxjvisitjthejlinkjgivenjabove.

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalxjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticle.

50
papers

1,468
citations

19
h-index

38
g-index

59
ext. papers

1,593
ext. citations

4.5
avg, IF

4.23
L-index



m Paper IF Citations

50 xombinedLQuantumLMechanicalcMolecularLMechanicalLMethodologiesLvppliedLtoLwiomolecularL
SystemsbLAccountsnofnChemicalnResearchXL1999XLgfXLndhanee 24.3 304

49 ₂ybridLclassicalLquantumLforceLfieldLforLmodelingLveryLlargeLmoleculesbLInternationalnJournalnofn
QuantumnChemistryXL1996XLimXLeigaein 2.1 124

48 yeamidationLofLasparagineLresiduesoLdirectLhydrolysisLversusLsuccinimideamediatedLdeamidationL
mechanismsbLJournalnofnPhysicalnChemistrynAXL2009XLeegXLeeeeafd 2.8 88

47 βnsightsLinLtheLPeptideL₂ydrolysisLMechanismLbyLThermolysinoLvLTheoreticalLQMcMMLstudybLJournaln
ofnMolecularnModelingXL2000XLkXLiflaigm 2 72

46 ModelingLofLPeptideL₂ydrolysisLbyLThermolysinbLvLSemiempiricalLandLQMcMMLStudybLJournalnofnthen
AmericannChemicalnSocietyXL1998XLefdXLmmfiammgg 16.4 68

45
xomplexedLandLligandafreeLhigharesolutionLstructuresLofLurateLoxidaseLTUoxULfromLvspergillusL
flavusoLaLreassignmentLofLtheLactiveasiteLbindingLmodebLActanCrystallographicanSectionnD:nBiologicaln
CrystallographyXL2004XLkdXLhigakf

66

44 SimulationLofLliquidLwaterLusingLsemiempiricalL₂amiltoniansLandLtheLdivideLandLconquerLapproachbL
JournalnofnPhysicalnChemistrynAXL2005XLednXLghfiagf 2.8 58

43 OxygenLpressurizedLXarayLcrystallographyoLprobingLtheLdioxygenLbindingLsiteLinLcofactorlessLurateL
oxidaseLandLimplicationsLforLitsLcatalyticLmechanismbLBiophysicalnJournalXL2008XLniXLfheiaff 2.9 53

42 xomputationalLstudyLonLnonenzymaticLpeptideLbondLcleavageLatLasparagineLandLasparticLacidbL
JournalnofnPhysicalnChemistrynAXL2008XLeefXLmlifake 2.8 51

41 ReactionLmechanismLofLdeamidationLofLasparaginylLresiduesLinLpeptidesoLeffectLofLsolventL
moleculesbLJournalnofnPhysicalnChemistrynAXL2006XLeedXLmgihaki 2.8 50

40 yeterminationLofLenzymaticLreactionLpathwaysLusingLQMcMMLmethodsbLInternationalnJournalnofn
QuantumnChemistryXL2003XLngXLffnafhh 2.1 49

39
RationalizationLofLtheLpKaLvaluesLofLalcoholsLandLthiolsLusingLatomicLchargeLdescriptorsLandLitsL
applicationLtoLtheLpredictionLofLaminoLacidLpKaSsbLJournalnofnChemicalnInformationnandnModelingXL
2014XLihXLffddaeg

6.1 46

38 TheoreticalLinvestigationLofLtheLmonomerLreactivityLinLpolyindoleLderivativesbLSyntheticnMetalsXL
1999XLedeXLeeiaeek 3.6 37

37 TheoreticalLstudyLofLtheLreductionLmechanismLofLsulfoxidesLbyLthiolsbLJournalnofnPhysicalnChemistryn
AXL2006XLeedXLlkfmagk 2.8 31

36 TheoreticalLstudyLofLindoleLpolymerizationbLComputationalnandnTheoreticalnChemistryXL1998XLhghXLefnaegh 28

35 LinearLscalingLalgorithmLforLtheLcoordinateLtransformationLproblemLofLmolecularLgeometryL
optimizationbLJournalnofnChemicalnPhysicsXL2000XLeegXLiinmaikdg 3.9 26

34 VibrationalLenergyLrelaxationLofLtheLamideLβLmodeLofLNamethylacetamideLinLyâ��OLstudiedLthroughL
wornaOppenheimerLmolecularLdynamicsbLJournalnofnPhysicalnChemistrynBXL2014XLeemXLkemkanl 3.4 25

Gerald Monard

2



33 βmportanceLofLPolarizationLandLxhargeLTransferLzffectsLtoLModelLtheLβnfraredLSpectraLofLPeptidesL
inLSolutionbLJournalnofnChemicalnTheorynandnComputationXL2011XLlXLemhdan 6.4 24

32
vnLapproachLbasedLonLyensityL–unctionalLTheoryLTy–TULcalculationsLtoLassessLtheLxandidaL
antarcticaLlipaseLwLselectivityLinLrutinXLisoquercitrinLandLquercetinLacetylationbLJournalnofnMolecularn
CatalysisnB:nEnzymaticXL2010XLkkXLgfiagge

19

31 vnLefficientLmethodLforLtheLcoordinateLtransformationLproblemLofLmassivelyLthreeadimensionalL
networksbLJournalnofnChemicalnPhysicsXL2001XLeehXLnlhlanlig 3.9 17

30 PeptideLbindingLtoL˛†acyclodextrinsoLstructureXLdynamicsXLenergeticsXLandLelectronicLeffectsbLJournaln
ofnPhysicalnChemistrynAXL2011XLeeiXLeemedal 2.8 16

29 WaterLinteractionsLwithLhydrophobicLgroupsoLassessmentLandLrecalibrationLofLsemiempiricalL
molecularLorbitalLmethodsbLJournalnofnChemicalnPhysicsXL2014XLeheXLdghedk 3.9 15

28 xomparativeLsemiempiricalLandLabLinitioLstudyLofLtheLstructuralLandLchemicalLpropertiesLofLuricLacidL
andLitsLanionsbLInternationalnJournalnofnQuantumnChemistryXL2007XLedlXLelfaeme 2.1 15

27 TheLsearchLforLstationaryLpointsLonLaLquantumLmechanicalcmolecularLmechanicalLpotentialaenergyL
surfacebLTheoreticalnChemistrynAccountsXL2002XLedlXLehlaeig 1.9 15

26 ₂ydrationLzffectLonLvmideLβLβnfraredLwandsLinLWateroLvnLβnterpretationLwasedLonLanLβnteractionL
znergyLyecompositionLSchemebLJournalnofnPhysicalnChemistrynBXL2015XLeenXLndikakl 3.4 14

25 XarayXLzSRXLandLquantumLmechanicsLstudiesLunravelLaLspinLwellLinLtheLcofactoralessLurateLoxidasebL
Proteins:nStructure,nFunctionnandnBioinformaticsXL2011XLlnXLenkhalk 4.2 14

24 vlgoGenoLvLtoolLcouplingLaLlinearascalingLquantumLmethodLwithLaLgeneticLalgorithmLforLexploringL
nonacovalentLinteractionsbLComputationalnandnTheoreticalnChemistryXL2014XLedfmXLlaem 2 13

23 yigitizingLPolyalalysineLyendrigraftsoL–romLzxperimentalLyataLtoLMolecularLyynamicsLSimulationsbL
JournalnofnChemicalnInformationnandnModelingXL2017XLilXLfelgafemd 6.1 13

22
WhyLdoesLvsnleLdeamidateLfasterLthanLvsneiLinLtheLenzymeLtriosephosphateLisomerasetLvnswersL
fromLmicrosecondLmolecularLdynamicsLsimulationLandLQMcMMLfreeLenergyLcalculationsbL
BiochemistryXL2015XLihXLehfnagn

3.2 13

21 xombiningLaLgeneticLalgorithmLwithLaLlinearLscalingLsemiempiricalLmethodLforLproteinâ��ligandL
dockingbLComputationalnandnTheoreticalnChemistryXL2009XLmnmXLgeahe 12

20 βntrinsicLreactivityLofLuricLacidLwithLdioxygenoLTowardsLtheLelucidationLofLtheLcatalyticLmechanismLofL
urateLoxidasebLBioorganicnChemistryXL2009XLglXLeeeafi 5.1 12

19 ReductionLmechanismLinLclassLvLmethionineLsulfoxideLreductasesoLaLtheoreticalLchemistryL
investigationbLTheoreticalnChemistrynAccountsXL2011XLefnXLngaedg 1.9 11

18 yendrigraftLofLPolyalalysineLasLaLPromisingLxandidateLToLReverseL₂eparinabasedLvnticoagulantsLinL
xlinicalLSettingsbLACSnMedicinalnChemistrynLettersXL2019XLedXLnelanff 4.3 9

17 QuantumLcomputationsLofLtheLUVâ��visibleLspectraLofLuricLacidLandLitsLanionsbLComputationalnandn
TheoreticalnChemistryXL2006XLlkeXLfdgafdl 9

16 xomputerLsimulationLofLreactionsLinLbetaacyclodextrinLmolecularLreactorsoLtransitionLstateL
recognitionbLOrganicnandnBiomolecularnChemistryXL2010XLmXLhghkaii 3.9 8

(2010-2011)

3



15
WhatLisLtheLeffectiveLdielectricLconstantLinLaL˛†acyclodextrinLcavitytLβnsightsLfromLMolecularL
yynamicsLsimulationsLandLQMcMMLcalculationsbLComputationalnandnTheoreticalnChemistryXL2011XL
nkmXLlealk

2 7

14 PretransferLzditingLinLThreonylatRNvLSynthetaseoLRolesLofLyifferentialLSolventLvccessibilityLandL
βntermediateLStabilizationbLACSnCatalysisXL2017XLlXLgedfageef 13.1 6

13 SolventLzffectsLinLQuantumLxhemistryL2012XLikeaile 5

12 TheoreticalLvpproachLtoLtheLWearLandLTearLMechanismLinLTriosephoshateLβsomeraseoLLvLQMcMML
StudybLJournalnofnPhysicalnChemistrynBXL2004XLedmXLgnfiagngh 3.4 5

11 xomputationalLinsightsLintoLsubstrateLbindingLandLcatalyticLmechanismLofLtheLglutaminaseLdomainL
ofLglucosamineakaphosphateLsynthaseLTGlmSUbLRSCnAdvancesXL2017XLlXLfnkfkafnkgm 3.7 3

10 βnitiationLofLtheLreactionLofLdeamidationLinLtriosephosphateLisomeraseoLinvestigationsLbyLmeansLofL
molecularLdynamicsLsimulationsbLJournalnofnPhysicalnChemistrynBXL2012XLeekXLkfmmagde 3.4 3

9 UsingLvtomicLxhargesLtoLyescribeLtheLpLofLxarboxylicLvcidsbLJournalnofnChemicalnInformationnandn
ModelingXL2021XLkeXLflggaflhg 6.1 3

8
MolecularLdynamicsLsimulationsLofLapoXLholoXLandLinactivatorLboundLGvwvaatLrevealLtheLroleLofL
activeLsiteLresiduesLinLPLPLdependentLenzymesbLProteins:nStructure,nFunctionnandnBioinformaticsXL
2016XLmhXLmliane

4.2 3

7 zlucidationLofLtheLatroposelectivityLinLtheLsynthesisLofLaxiallyLchiralLthiohydantoinLderivativesbL
OrganicnandnBiomolecularnChemistryXL2020XLemXLffggaffhe 3.9 2

6 SemiazmpiricalLwornaOppenheimerLMolecularLyynamicsLTSzwOMyULwithinLtheLvmberLwiomolecularL
PackagebLJournalnofnChemicalnInformationnandnModelingXL2019XLinXLfdkafeh 6.1 2

5
SynthesisLandLevaluationLofLnewLdesignedLmultipleLligandsLdirectedLtowardsLbothLperoxisomeL
proliferatoraactivatedLreceptora˛‡LandLangiotensinLββLtypeLeLreceptorbLEuropeannJournalnofnMedicinaln
ChemistryXL2018XLeimXLgghagif

6.8 2

4 SolventLzffectsLinLQuantumLxhemistryL2017XLlflalgn 1

3 wiotinylationLenhancesLtheLanticancerLeffectsLofLeidaPGγfLagainstLbreastLcancerLcellsbLInternationaln
JournalnofnOncologyXL2018XLifXLenneafddd 4.4 1

2 vssessingLproteinaligandLbindingLmodesLwithLcomputationalLtoolsoLtheLcaseLofLPyzhwbLJournalnofn
Computer-AidednMolecularnDesignXL2017XLgeXLikgaili 4.2 0

1 SolventLzffectsLinLQuantumLxhemistryL2015XLeaeg

Gerald Monard

4


