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k Paper IF Citations

119 vomparisonLofLsimpleLpotentialLfunctionsLforLsimulatingLliquidLwater]LJournaliofiChemicaliPhysicsXL
1983XLilXLldh[leg 3.9 27805

118 OptimizedLintermolecularLpotentialLfunctionsLforLliquidLhydrocarbons]LJournaliofitheiAmericani
ChemicaliSocietyXL1984XLcbhXLhhek[hhfh 16.4 1815

117 wevelopmentLofLanLimprovedLfour[siteLwaterLmodelLforLbiomolecularLsimulationsmLT}PfP[xw]L
JournaliofiChemicaliPhysicsXL2004XLcdbXLlhhg[ik 3.9 1424

116 TemperatureLandLsizeLdependenceLforLβonteLvarloLsimulationsLofLT}PfPLwater]LMoleculariPhysicsXL
1985XLghXLcekc[celd 1.7 630

115 xlectrostaticsLandLdiffusionLofLmoleculesLinLsolutionmLsimulationsLwithLtheLUniversityLofL{oustonL
urownianLwynamicsLprogram]LComputeriPhysicsiCommunicationsXL1995XLlcXLgi[lg 4.2 567

114 xlectrostaticsLandLdiffusionLofLmoleculesLinLsolutionmLsimulationsLwithLtheLUniversityLofL{oustonL
urownianLdynamicsLprogram]LComputeriPhysicsiCommunicationsXL1991XLhdXLcki[cli 4.2 440

113 QuantumLandLstatisticalLmechanicalLstudiesLofLliquids]Ldg]LSolvationLandLconformationLofLmethanolL
inLwater]LJournaliofitheiAmericaniChemicaliSocietyXL1983XLcbgXLcfbi[cfce 16.4 311

112 tbLinitioLandLβonteLvarloLcalculationsLforLaLnucleophilicLadditionLreactionLinLtheLgasLphaseLandLinL
aqueousLsolution]LJournaliofitheiAmericaniChemicaliSocietyXL1986XLcbkXLdgci[dgdi 16.4 161

111 βolecularLdynamicsLsimulationLwithLaLcontinuumLelectrostaticLmodelLofLtheLsolvent]LJournaliofi
ComputationaliChemistryXL1995XLchXLcbkc[cblg 3.5 91

110 tntifreezeLproteinsLatLtheLiceawaterLinterfacemLthreeLcalculatedLdiscriminatingLpropertiesLforL
orientationLofLtypeL}Lproteins]LBiophysicaliJournalXL2007XLleXLcffd[gc 2.9 85

109 yamilyLckLchitinase[oligosaccharideLsubstrateLinteractionmLsubsiteLpreferenceLandLanomerL
selectivityLofLSerratiaLmarcescensLchitinaseLt]LBiochemicaliJournalXL2003XLeihXLki[lg 3.8 83

108 xlectronicLoriginsLandLconsequencesLofLpyramidalizationLofLasymmetricLalkenesLinLgroundLandL
tripletLexcitedLstates]LJournaliofitheiAmericaniChemicaliSocietyXL1983XLcbgXLglkb[glkk 16.4 82

107 βolecularLrecognitionLandLbindingLofLthermalLhysteresisLproteinsLtoLice]LJournaliofiMoleculari
RecognitionXL2000XLceXLcbc[ce 2.6 78

106 xffectLofLaLboundLnon[nucleosideLRTLinhibitorLonLtheLdynamicsLofLwild[typeLandLmutantL{}V[cL
reverseLtranscriptase]LJournaliofitheiAmericaniChemicaliSocietyXL2005XLcdiXLcidge[hb 16.4 71

105
wopamineLtransporterLcomparativeLmolecularLmodelingLandLbindingLsiteLpredictionLusingLtheL
öeuTTtaULleucineLtransporterLasLaLtemplate]LProteins:iStructurewiFunctioniandiBioinformaticsXL2008XL
ibXLcbee[fh

4.2 69

104 SimulationLofLenzyme[substrateLencounterLwithLgatedLactiveLsites]LNatureiStructuraliandiMoleculari
BiologyXL1994XLcXLhg[l 17.6 65

103 yischerLrouteLtoLpyrido[eXd[g]indoles]LtLnovelLreceptorLforLureaLderivatives]LJournaliofitheiAmericani
ChemicaliSocietyXL1990XLccdXLfgfl[fggb 16.4 62
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102 }nteractionsLofLtheLw[LandLö[yormsLofLWinterLylounderLtntifreezeLPeptideLwithLtheL{dbc}LPlanesLofL
}ce]LJournaliofitheiAmericaniChemicaliSocietyXL1994XLcchXLfci[fck 16.4 59

101 xffectsLofLtruncatingLlong[rangeLinteractionsLinLaqueousLionicLsolutionLsimulations]LChemicaliPhysicsi
LettersXL1988XLcgbXLcbg[cbk 2.5 57

100 PhotonicLcrystalLproteinLhydrogelLsensorLmaterialsLenabledLbyLconformationallyLinducedLvolumeL
phaseLtransition]LChemicaliScienceXL2016XLiXLfggi[fghd 9.4 55

99 uiologicalLtpplicationsLofLxlectrostaticLvalculationsLandLurownianLwynamicsLSimulations]LReviewsiini
ComputationaliChemistryXL2007XLddl[dhi 54

98 wiffusion[controlledLenzymaticLreactions]LMethodsiiniEnzymologyXL1991XLdbdXLfie[li 1.7 54

97 zlobalLtransitionsLofLproteinsLexploredLbyLaLmultiscaleLhybridLmethodologymLapplicationLtoL
adenylateLkinase]LBiophysicaliJournalXL2013XLcbgXLchfe[gd 2.9 52

96 ScanningLelectronLmicroscopyLandLmolecularLmodelingLofLinhibitionLofLcalciumLoxalateL
monohydrateLcrystalLgrowthLbyLcitrateLandLphosphocitrate]LCalcifiediTissueiInternationalXL1995XLghXLdli[ebf3.9 51

95
urownianLdynamicsLsimulationsLofLdiffusionalLencountersLbetweenLtrioseLphosphateLisomeraseLandL
glyceraldehydeLphosphatemLelectrostaticLsteeringLofLglyceraldehydeLphosphate]LTheiJournaliofi
PhysicaliChemistryXL1993XLliXLdee[dei

48

94 zibbsLfreeLenergiesLofLformationLofLpcddsmLxvaluationLofLestimationLmethodsLandLapplicationLforL
predictingLdehalogenationLpathways]LEnvironmentaliToxicologyiandiChemistryXL1996XLcgXLkdf[keh 3.8 47

93 voβytLew[QStRLanalysisLofL{}V[cLRTLnonnucleosideLinhibitorsXLT}uOLderivativesLbasedLonLdockingL
conformationLandLalignment]LJournaliofiChemicaliInformationiandiComputeriSciencesXL2004XLffXLdchi[ik 43

92 KineticLandLmechanisticLstudiesLofLprolylLoligopeptidaseLfromLtheLhyperthermophileLPyrococcusL
furiosus]LJournaliofiBiologicaliChemistryXL2001XLdihXLclecb[i 5.4 43

91 WaterLunderLhighLpressure]LMoleculariPhysicsXL1988XLhfXLedg[eeh 1.7 41

90 wockingLofLsulfonamidesLtoLcarbonicLanhydraseL}}LandL}V]LJournaliofiMoleculariGraphicsiandi
ModellingXL2000XLckXLdke[lXLebi[k 2.8 39

89 βonoamineLtransporterLstructureXLfunctionXLdynamicsXLandLdrugLdiscoverymLaLcomputationalL
perspective]LAAPSiJournalXL2012XLcfXLkdb[ec 3.7 36

88 {omologyLmodelingLofLglycosylLhydrolaseLfamilyLckLenzymesLandLproteins]LJournaliofiChemicali
InformationiandiComputeriSciencesXL1997XLeiXLlll[cbbg 35

87 Receptor[basedLmodelingLandLew[QStRLforLaLquantitativeLproductionLofLtheLbutyrylcholinesteraseL
inhibitorsLbasedLonLgeneticLalgorithm]LJournaliofiChemicaliInformationiandiModelingXL2008XLfkXLcbld[cbe6.1 35

86 StructureLmodelingXLligandLbindingXLandLbindingLaffinityLcalculationLTöR[ββ[PuStULofLhumanL
heparanaseLforLinhibitionLandLdrugLdesign]LProteins:iStructurewiFunctioniandiBioinformaticsXL2006XLhgXLgkb[ld4.2 35

85 RelativeLfreeLenergyLofLbindingLandLbindingLmodeLcalculationsLofL{}V[cLRTLinhibitorsLbasedLonL
dock[ββ[PuazS]LProteins:iStructurewiFunctioniandiBioinformaticsXL2004XLgiXLfle[gbe 4.2 32

(2004-1994)
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84 SaltLdependenceLofLanLalpha[helicalLpeptideLfoldingLenergyLlandscapes]LBiochemistryXL2009XLfkXLcbkck[dh3.2 29

83 βolecularLdynamicsLofLleucineLandLdopamineLtransporterLproteinsLinLaLmodelLcellLmembraneLlipidL
bilayer]LProteins:iStructurewiFunctioniandiBioinformaticsXL2010XLikXLili[kcc 4.2 29

82 βodelingLstudiesLofLbindingLofLseaLravenLtypeL}}LantifreezeLproteinLtoLice]LJournaliofiChemicali
InformationiandiComputeriSciencesXL1997XLeiXLcbbh[cb 28

81 {}V[cLRTLnonnucleosideLinhibitorsLandLtheirLinteractionLwithLRTLforLantiviralLdrugLdevelopment]L
InfectiousiDisordersixiDrugiTargetsXL2006XLhXLelc[fce 1.1 28

80 βolecularLdynamicsLofL{}V[cLreverseLtranscriptaseLindicatesLincreasedLflexibilityLuponLwNtLbinding]L
Proteins:iStructurewiFunctioniandiBioinformaticsXL2001XLfgXLcih[kd 4.2 28

79 vomputerLsimulationsLofLorganicLreactionsLinLsolution]LAnnalsiofitheiNewiYorkiAcademyiofiSciencesXL
1986XLfkdXLclk[dbl 6.5 28

78 öeuTLconformationalLsamplingLutilizingLacceleratedLmolecularLdynamicsLandLprincipalLcomponentL
analysis]LBiophysicaliJournalXL2012XLcbeXLöc[e 2.9 27

77 KineticLandLdockingLstudiesLofLtheLinteractionLofLquinonesLwithLtheLquinoneLreductaseLactiveLsite]L
BiochemistryXL2003XLfdXLclkg[lf 3.2 27

76 tLReviewLofLvoarse[zrainedLβolecularLwynamicsLTechniquesLtoLtccessLxxtendedLSpatialLandL
TemporalLScalesLinLuiomolecularLSimulations]LAnnualiReportsiiniComputationaliChemistryXL2011XLhi[ki 1.8 26

75 urownianLdynamicsLsimulationLofLdiffusionalLencountersLbetweenLtrioseLphosphateLisomeraseLandL
w[glyceraldehydeLphosphate]LTheiJournaliofiPhysicaliChemistryXL1989XLleXLidkg[idki 26

74 SolutionLstructuralLensemblesLofLsubstrate[freeLcytochromeLPfgbTcamU]LBiochemistryXL2012XLgcXLeeke[le3.2 25

73 StructuralLandLdynamicLimplicationsLofLanLeffector[inducedLbackboneLamideLcis[transLisomerizationL
inLcytochromeLPfgbcam]LJournaliofiMoleculariBiologyXL2009XLekkXLkbc[cf 6.5 25

72 wiscoveryLofLnovelLselectiveLserotoninLreuptakeLinhibitorsLthroughLdevelopmentLofLaLprotein[basedL
pharmacophore]LJournaliofiChemicaliInformationiandiModelingXL2011XLgcXLdfci[dh 6.1 22

71 SodiumLperchlorateLeffectsLonLtheLhelicalLstabilityLofLaLmainlyLalanineLpeptide]LBiophysicaliJournalXL
2010XLlkXLckh[lh 2.9 22

70 βolecularLrecognitionmLeffectLofLrotationalLisomersLonLhost[guestLbinding]LJournaliofitheiAmericani
ChemicaliSocietyXL1993XLccgXLkil[kkf 16.4 21

69 PolymorphismLandLsecondLharmonicLgenerationLinLaLnovelLdiamond[likeLsemiconductormLöidβnSnSf]L
JournaliofiSolidiStateiChemistryXL2015XLdecXLdgh[dhh 3.3 20

68 xxperimentallyLrestrainedLmolecularLdynamicsLsimulationsLforLcharacterizingLtheLopenLstatesLofL
cytochromeLPfgbcam]LBiochemistryXL2011XLgbXLchhf[ic 3.2 20

67 uenchmarkingLdockingLandLscoringLprotocolLforLtheLidentificationLofLpotentialLacetylcholinesteraseL
inhibitors]LJournaliofiMoleculariGraphicsiandiModellingXL2010XLdkXLkib[kd 2.8 20

Jeffry D Madura

4



66 }nteractionLofLtheLphospholipidLheadLgroupLwithLrepresentativeLquartzLandLaluminosilicateL
structuresmLanLabLinitioLstudy]LJournaliofiPhysicaliChemistryiBXL2008XLccdXLiblg[cbe 3.4 20

65 SolubilityLofLsimpleXLnonpolarLcompoundsLinLT}PfP[xw]LJournaliofiChemicaliPhysicsXL2006XLcdfXLchcbd 3.9 20

64 valculationsLofLtheLelectrostaticLfreeLenergyLcontributionsLtoLtheLbindingLfreeLenergyLofL
sulfonamidesLtoLcarbonicLanhydrase]LStructuraliChemistryXL1996XLiXLcec[cek 1.8 20

63 tLRoleLforLyragment[uasedLwrugLwesignLinLwevelopingLNovelLöeadLvompoundsLforLventralLNervousL
SystemLTargets]LFrontiersiiniNeurologyXL2015XLhXLcli 4.1 19

62 Peptide[encapsulatedLvdSLnanoclustersLfromLaLcombinatorialLligandLlibrary]LChemicali
CommunicationsXL2000XLdbl[dcb 5.8 19

61
tcceleratedLmolecularLdynamicsLandLproteinLconformationalLchangemLaLtheoreticalLandLpracticalL
guideLusingLaLmembraneLembeddedLmodelLneurotransmitterLtransporter]LMethodsiiniMoleculari
BiologyXL2015XLcdcgXLdge[ki

1.4 19

60 StructureLofLaqueousLsodiumLperchlorateLsolutions]LJournaliofiPhysicaliChemistryiBXL2008XLccdXLcgfci[dg3.4 18

59 yamilyLckLchitolectinsmLcomparisonLofLβzPfbLandL{UβzPel]LBiochemicaliandiBiophysicaliResearchi
CommunicationsXL2007XLeglXLddc[h 3.4 18

58 wockingLofLnon[nucleosideLinhibitorsmLneotripterifordinLandLitsLderivativesLtoL{}V[cLreverseL
transcriptase]LProteins:iStructurewiFunctioniandiBioinformaticsXL2002XLflXLgdl[fd 4.2 18

57 PolyglutamineLyibrilsmLNewL}nsightsLintoLtntiparallelL˛†[SheetLvonformationalLPreferenceLandLSideL
vhainLStructure]LJournaliofiPhysicaliChemistryiBXL2016XLcdbXLebcd[dh 3.4 17

56 NewLdesignLstrategiesLforLantidepressantLdrugs]LExpertiOpinionioniDrugiDiscoveryXL2013XLkXLcell[fcf 6.2 17

55
}nsightsLfromLmolecularLdynamicsmLtheLbindingLsiteLofLcocaineLinLtheLdopamineLtransporterLandL
permeationLpathwaysLofLsubstratesLinLtheLleucineLandLdopamineLtransporters]LJournaliofiMoleculari
GraphicsiandiModellingXL2012XLekXLc[cd

2.8 17

54
}dentificationLofLaLnovelLselectiveLserotoninLreuptakeLinhibitorLbyLcouplingLmonoamineL
transporter[basedLvirtualLscreeningLandLrationalLmolecularLhybridization]LACSiChemicali
NeuroscienceXL2011XLdXLgff[ggd

5.7 17

53 βolecularLwynamicsLSimulationLofLvrystal[}nducedLβembranolysis]LJournaliofiPhysicaliChemistryiBXL
2003XLcbiXLcdefh[cdegc 3.4 17

52 xffectiveLcomputationalLmodelingLofLconstitutionalLisomerismLandLaggregationLstatesLofLexplicitL
solvatesLofLlithiatedLphenylacetonitrile]LJournaliofiOrganiciChemistryXL2002XLhiXLeked[fb 4.2 17

51 wesignXLsynthesisXLandLtestingLofLanLh[O[linkedLseriesLofLbenzimidazoleLbasedLinhibitorsLofL
vwKgapdg]LBioorganiciandiMedicinaliChemistryXL2011XLclXLegl[ie 3.4 16

50 SolvationLofLβetalLvationsLinLNon[aqueousLöiquids]LJournaliofiSolutioniChemistryXL2011XLfbXLceke[celk 1.8 15

49 {ydrogenLbondLanalysisLofLTypeLcLantifreezeLproteinLinLwaterLandLtheLiceawaterLinterface]L
PhysChemCommXL2001XLfXLed[eh 15

(2001-2008)
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48 tLPythonLProgramLforLSolvingLSchrˆ¶dingerâ��sLxquationLinLUndergraduateLPhysicalLvhemistry]LJournali
ofiChemicaliEducationXL2017XLlfXLkce[kcg 2.4 14

47 vhemicalLShiftLTensorsLofLvimetidineLyormLtLβodeledLwithLwensityLyunctionalLTheoryLvalculationsmL
}mplicationsLforLNβRLvrystallography]LJournaliofiPhysicaliChemistryiAXL2020XLcdfXLecbl[eccl 2.8 14

46 xxploringLtheLphysicochemicalLpropertiesLofLoxime[reactivationLtherapeuticsLforLcyclosarinXLsarinXL
tabunXLandLVXLinactivatedLacetylcholinesterase]LChemicaliResearchiiniToxicologyXL2014XLdiXLll[ccb 4 14

45 vomparativeLProteinLβodeling]LReviewsiiniComputationaliChemistryXL2006XLgi[chi 14

44 βonomericLPolyglutamineLStructuresLThatLxvolveLintoLyibrils]LJournaliofiPhysicaliChemistryiBXL2017XL
cdcXLglge[glhi 3.4 13

43
d[SubstitutedLe˛†[tryltropaneLvocaineLtnalogsLProduceLttypicalLxffectsLwithoutL}nducingL
}nward[yacingLwopamineLTransporterLvonformations]LJournaliofiPharmacologyiandiExperimentali
TherapeuticsXL2016XLeghXLhdf[ef

4.7 13

42 TheLdynamicsLandLbindingLofLaLTypeL}}}LantifreezeLproteinLinLwaterLandLonLice]LComputationaliandi
TheoreticaliChemistryXL1996XLekkXLhg[ii 13

41 }nvestigationsLofLstructureLandLdynamicsLofLwaterLsolvationLofLtheLtypeL}LantifreezeLprotein]L
InternationaliJournaliofiQuantumiChemistryXL2009XLcblXLie[kb 2.1 12

40 vhapterLgLtLReviewLofLtheLT}PfPXLT}PfP[xwXLT}PgPXLandLT}PgP[xLWaterLβodels]LAnnualiReportsiini
ComputationaliChemistryXL2005XLcXLgl[if 1.8 12

39 SynthesisLandLcomputationalLevaluationLofLaLboroniumLionLanalogueLofLtheLtropaneLringLsystem]L
TetrahedroniLettersXL1996XLeiXLdidl[dieb 2 12

38 PhysicalLandLstructuralLpropertiesLofLtaurineLandLtaurineLanalogues]LAminoiAcidsXL1997XLceXLcec[cel 3.5 11

37 RoleLofLNonpolarLtminoLtcidLyunctionalLzroupsLinLtheLSurfaceLOrientation[wependentLtdsorptionL
ofLNaturalLandLSyntheticLtntifreezeLPeptidesLonL}ce]LCrystaliGrowthiandiDesignXL2008XLkXLefdb[efdl 3.5 11

36 βolecularLdynamicsLsimulationLstudiesLofLtheLeffectLofLphosphocitrateLonLcrystal[inducedL
membranolysis]LBiophysicaliJournalXL2005XLklXLddgc[i 2.9 11

35 tLreviewLofLmonoamineLtransporter[ligandLinteractions]LCurrentiComputerxAidediDrugiDesignXL2013XL
lXLggh[hk 1.4 11

34 }dentifyingLtrendsLinLhydrationLbehaviorLforLmodificationsLtoLtheLhydrophobicityLofL
polyTn[isopropylacrylamideU]LJournaliofiMoleculariGraphicsiandiModellingXL2017XLikXLchk[cig 2.8 10

33
RapidLandLsustainedLantidepressantLpropertiesLofLanLNβwtLantagonistamonoamineLreuptakeL
inhibitorLidentifiedLviaLtransporter[basedLvirtualLscreening]LPharmacologyiBiochemistryiandiBehavior
XL2016XLcgb[cgcXLdd[eb

3.9 10

32 TeachingLReciprocalLSpaceLtoLUndergraduatesLviaLTheoryLandLvodeLvomponentsLofLanL}PythonL
Notebook]LJournaliofiChemicaliEducationXL2016XLleXLdcbh[dcbl 2.4 10

31 StructureLactivityLrelationshipsLofLanthranilicLacid[basedLcompoundsLonLcellularLandLinLvivoLmitogenL
activatedLproteinLkinase[gLsignalingLpathways]LBioorganiciandiMedicinaliChemistryiLettersXL2018XLdkXLddlf[debc2.9 10
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30 Receptor[uasedLwiscoveryLofLaLPlasmalemmalLβonoamineLTransporterL}nhibitorLviaL{ighL
ThroughputLwockingLandLPharmacophoreLβodeling]LACSiChemicaliNeuroscienceXL2010XLcXLdde[dee 5.7 9

29 wiscoveryLofLnovel[scaffoldLmonoamineLtransporterLligandsLviaLinLsilicoLscreeningLwithLtheLScL
pocketLofLtheLserotoninLtransporter]LACSiChemicaliNeuroscienceXL2014XLgXLikf[ld 5.7 8

28 vomputationalLandLexperimentalLdeterminationLofLtheLalpha[helixLunfoldingLreactionLcoordinate]L
BiochemistryXL2008XLfiXLdbfh[gb 3.2 8

27 uiologicalLTestingLofLOrganophosphorus[}nactivatedLtcetylcholinesteraseLOximeLReactivatorsL
}dentifiedLviaLVirtualLScreening]LChemicaliResearchiiniToxicologyXL2016XLdlXLcgef[fb 4 7

26 ˛†[tmyloidLandLneprilysinLcomputationalLstudiesLidentifyLcriticalLresiduesLimplicatedLinLbindingL
specificity]LJournaliofiChemicaliInformationiandiModelingXL2014XLgfXLccgi[hg 6.1 6

25 zeometricLconsiderationsLinLtheLcalculationLofLrelativeLfreeLenergiesLofLactivation]LChemicaliPhysicsi
LettersXL1987XLcfcXLke[ki 2.5 6

24 vonformationalLfree[energyLlandscapesLforLaLpeptideLinLsalineLenvironments]LBiophysicaliJournalXL
2012XLcbeXLdgce[db 2.9 5

23 tnLintroductionLtoLsimulationLandLvisualizationLofLbiologicalLsystemsLatLmultipleLscalesmLaLsummerL
trainingLprogramLforLinterdisciplinaryLresearch]LBiotechnologyiProgressXL2006XLddXLcil[kg 2.8 5

22 wopamineLTransporterLwynamicsLofL[SubstitutedLuenztropineLtnalogsLwithLttypicalLuehavioralL
xffects]LJournaliofiPharmacologyiandiExperimentaliTherapeuticsXL2018XLehhXLgdi[gfb 4.7 5

21 StructuralLdynamicsLofLtheLmonoamineLtransporterLhomologLöeuTLfromLacceleratedLconformationalL
samplingLandLchannelLanalysis]LProteins:iStructurewiFunctioniandiBioinformaticsXL2014XLkdXLddkl[ebd 4.2 4

20 {omologyLmodelsLforLtheLtetramericLandLdodecamericLcomplexesLofLöumbricusLterrestrisL
hemoglobin]LComputationaliandiTheoreticaliChemistryXL2002XLgldXLcie[ckc 4

19 QuantitativeL}mpactLofLaLvognitiveLβodelingL}ntelligentLTutoringLSystemLonLStudentLPerformanceL
inLualancingLvhemicalLxquations]LTheiChemicaliEducatorXL2002XLiXLeil[eke 4

18 βethodsLforLcalculatingLgeometriesLofLtransitionLstatesLinLsolution]LChemicaliPhysicsXL1989XLcdlXLckg[clc2.3 4

17
StructureLandLwynamicsLStudyLofLöeuTLUsingLtheLβarkovLStateLβodelLandLPerturbationLResponseL
ScanningLRevealsLwistinctL}onL}nducedLvonformationalLStates]LJournaliofiPhysicaliChemistryiBXL2016XL
cdbXLkehc[k

3.4 3

16 βolecularLdynamicsLofLconformation[specificLdopamineLtransporter[inhibitorLcomplexes]LJournaliofi
MoleculariGraphicsiandiModellingXL2017XLihXLcfe[cgc 2.8 3

15 wockingLSubstratesLtoLβetalloenzymes]LMoleculariSimulationXL2000XLdfXLdle[ebh 2 3

14 zibbsLfreeLenergiesLofLformationLofLpcddsmLxvaluationLofLestimationLmethodsLandLapplicationLforL
predictingLdehalogenationLpathwaysL1996XLcgXLkdf 3

13 tLcombinedLcomputationalLandLexperimentalLapproachLrevealsLtheLstructureLofLaLvaxuP˛†[SpicL
interactionLrequiredLforLgeneLtranscription]LJournaliofiBiologicaliChemistryXL2018XLdleXLcllfd[cllgh 5.4 3

(2018-2010)
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12 vomputationalLvhemistryLinLtheLUndergraduateLvurriculum]LReviewsiiniComputationaliChemistryXL
2007XLcfl[ddk 1

11 tLcellLmultipoleLbasedLdomainLdecompositionLalgorithmLforLmolecularLdynamicsLsimulationLofL
systemsLofLarbitraryLshape]LComputeriPhysicsiCommunicationsXL2002XLcffXLcfc[cge 4.2 1

10 voβytLew[QStRLtnalysisLofL{}V[cLRTLNonnucleosideL}nhibitorsXLT}uOLwerivativesLuasedLonLwockingL
vonformationLandLtlignment]]LChemInformXL2005XLehXLno 1

9 βTcLreceptorLbindingLpocketLinsightsLbasedLonLdeLnovoLmolecularLmodeling]LFASEBiJournalXL2006XL
dbXLtcccl 0.9 1

8 vOdTaqULParameterizationLThroughLyreeLxnergyLPerturbationaβonteLvarloLSimulationsLforLUseLinL
vOdLSequestrationL2009XLeei[egi 1

7 wevelopmentLofLanLimprovedLfour[siteLwaterLmodelLforLbiomolecularLsimulationsmLT}PfP[xw 1

6 urownianLwynamics 1

5 SodiumLversusLpotassiumLeffectsLonLtheLglutamicLacidLside[chainsLinteractionLonLaLheptapeptide]L
JournaliofiTheoreticaliandiComputationaliChemistryXL2014XLceXLcffbbbf 1.8 0

4 tLnovelLhybridLsimulationLforLstudyLofLmultiscaleLphenomena]LMoleculariSimulationXL2006XLedXLkdg[keb 2

3
NucleicLtcidsmLStructuresXLPropertiesXLandLyunction]LuyLVictorLt]LuloomfieldXLwonaldLβ]LvrothersXL
andL}gnacioLTinocoXL’r]LUniversityLScienceLuooksmLSausalitoXLvtnLdbbb]LvlothboundXLkbbLppXLPkk]bbXL
}SuNLb[legibd[fl[b]LTheiChemicaliEducatorXL2001XLhXLib[ic

2 βodelingLofLtntifreezeLProteins]LTheoreticaliandiComputationaliChemistryXL1999XLkXLgei[ghk

1 yreeLxnergyLPerturbationLβonteLvarloLSimulationsLofLSaltL}nfluencesLonLtqueousLyreezingLPointL
wepressionL2009XLegl[eib
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