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85 StatusMofMzPvRMmodelingMandMdockingMasMreflectedMbyMcommunity[wideMzPvRMwockMdbcbM
assessment]MStructureZM2011ZMckZMccbj[dh 5.2 243

84 –atestMdevelopmentsMinMmolecularMdockinglMdbcb[dbccMinMreview]MJournaliofiMoleculariRecognitionZM
2013ZMdhZMdcg[ek 2.6 218

83 vhallengesMandMadvancesMinMcomputationalMdockinglMdbbkMinMreview]MJournaliofiMoleculari
RecognitionZM2011ZMdfZMcfk[hf 2.6 210

82 TheMsignificanceMofMacidabaseMpropertiesMinMdrugMdiscovery]MChemicaliSocietyiReviewsZM2013ZMfdZMfjg[kh 58.5 181

81 ’mprovementsZMtrendsZMandMnewMideasMinMmolecularMdockinglMdbcd[dbceMinMreview]MJournaliofi
MoleculariRecognitionZM2015ZMdjZMgjc[hbf 2.6 161

80 ‘omologyMmodelingMandMdockingMevaluationMofMaminergicMzMprotein[coupledMreceptors]MJournaliofi
ChemicaliInformationiandiModelingZM2010ZMgbZMhdh[ei 6.1 88

79 yreeMxnergyM ethodsMinMwrugMwesignlMProspectsMofMOtlchemicalMPerturbationOMinM edicinalM
vhemistry]MJournaliofiMedicinaliChemistryZM2018ZMhcZMhej[hfk 8.3 77

78 tMglycopeptideMinMcomplexMwithM ‘vMclassM’MusesMtheMzalαtcMresidueMasManManchor]MProceedingsiofi
theiNationaliAcademyiofiSciencesiofitheiUnitediStatesiofiAmericaZM2003ZMcbbZMcgbdk[ef 11.5 73

77 Three[dimensionalMstructuresMofMcarbohydrateMdeterminantsMofM–ewisMsystemMantigenslMimplicationsM
forMeffectiveMantibodyMtargetingMofMcancer]MImmunologyiandiCelliBiologyZM2005ZMjeZMibk[ci 5 64

76  olecularMdockingMofMcarbohydrateMligandsMtoMantibodieslMstructuralMvalidationMagainstMcrystalM
structures]MJournaliofiChemicaliInformationiandiModelingZM2009ZMfkZMdifk[hb 6.1 57

75
tdoptingManMactiveMlearningMapproachMtoMteachingMinMaMresearch[intensiveMhigherMeducationMcontextM
transformedMstaffMteachingMattitudesMandMbehaviours]MHigheriEducationiResearchiandiDevelopmentZM
2016ZMegZMhck[hee

1.9 51

74 varbohydrateMresiduesMdownstreamMofMtheMterminalMzalalphaUcZeVzalMepitopeMmodulateMtheM
specificityMofMxenoreactiveMantibodies]MImmunologyiandiCelliBiologyZM2007ZMjgZMhde[ed 5 40

73 ylippedMvlassroomM’mplementationlMtMvaseMReportMofMTwoM‘igherMxducationM’nstitutionsMinMtheM
UnitedMStatesMandMtustralia]MComputersiinitheiSchoolsZM2016ZMeeZMdf[ei 1.2 35

72 ‘omobivalentMligandsMofMtheMatypicalMantipsychoticMclozapinelMdesignZMsynthesisZMandM
pharmacologicalMevaluation]MJournaliofiMedicinaliChemistryZM2012ZMggZMchdd[ef 8.3 33

71 tlteredMpeptideMligandsMofMmyelinMbasicMproteinMUM uPji[kkMVMconjugatedMtoMreducedMmannanM
modulateMimmuneMresponsesMinMmice]MImmunologyZM2009ZMcdjZMgdc[ee 7.8 33

70 StructuralMbiologyMofMantibodyMrecognitionMofMcarbohydrateMepitopesMandMpotentialMusesMforM
targetedMcancerMimmunotherapies]MMoleculariImmunologyZM2015ZMhiZMig[jj 4.3 30

69 –igandMuindingMPathwaysMofMvlozapineMandM‘aloperidolMinMtheMwopamineMwdMandMweMReceptors]M
JournaliofiChemicaliInformationiandiModelingZM2016ZMghZMebj[dc 6.1 28
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68 tntibodyMrecognitionMofMaberrantMglycosylationMonMtheMsurfaceMofMcancerMcells]MCurrentiOpinioniini
StructuraliBiologyZM2017ZMffZMc[j 8.1 28

67 ’nMsilicoManalysisMofMantibody[carbohydrateMinteractionsMandMitsMapplicationMtoMxenoreactiveM
antibodies]MMoleculariImmunologyZM2009ZMfiZMdee[fh 4.3 28

66 tMdoubleMmutationMofM uPUje[kkVMpeptideMinducesM’–[fMresponsesMandMantagonizesM’yα[gammaM
responses]MJournaliofiNeuroimmunologyZM2008ZMdbbZMii[jk 3.5 28

65  annosylationMofMmutatedM uPje[kkMpeptidesMdivertsMimmuneMresponsesMfromMThcMtoMThd]M
MoleculariImmunologyZM2008ZMfgZMehhc[ib 4.3 28

64 StructuralMbasisMforMantibodyMtargetingMofMtheMbroadlyMexpressedMmicrobialMpolysaccharideM
poly[[acetylglucosamine]MJournaliofiBiologicaliChemistryZM2018ZMdkeZMgbik[gbjk 5.4 25

63
StudentMxngagementMwithMaMylippedMvlassroomMTeachingMwesignMtffectsMPharmacologyMxxaminationM
PerformanceMinMaM annerMwependentMonMQuestionMType]MAmericaniJournaliofiPharmaceuticali
EducationZM2017ZMjcZMgkec

2.5 25

62 ’dentificationMofMpreferredMcarbohydrateMbindingMmodesMinMxenoreactiveMantibodiesMbyMcombiningM
conformationalMfiltersMandMbindingMsiteMmaps]MGlycobiologyZM2010ZMdbZMidf[eg 5.8 24

61
αovelMadenosineMtUdtVMreceptorMligandslMaMsyntheticZMfunctionalMandMcomputationalMinvestigationMofM
selectedMliteratureMadenosineMtUdtVMreceptorMantagonistsMforMextendingMintoMextracellularMspace]M
BioorganiciandiMedicinaliChemistryiLettersZM2013ZMdeZMefdi[ee

2.9 22

60 ’nvestigationMofMstructure[activityMrelationshipsMinMaMseriesMofMglibenclamideManalogues]MEuropeani
JournaliofiMedicinaliChemistryZM2004ZMekZMjeg[fi 6.8 22

59 ‘omologyMmodelingMofMhumanMmuscarinicMacetylcholineMreceptors]MJournaliofiChemicaliInformationi
andiModelingZM2014ZMgfZMdfe[ge 6.1 20

58 yreeM’gMlightMchainsMinteractMwithMsphingomyelinMandMareMfoundMonMtheMsurfaceMofMmyelomaMplasmaM
cellsMinManMaggregatedMform]MJournaliofiImmunologyZM2010ZMcjgZMfcik[jj 5.3 19

57 varbohydrate[mimeticMpeptideslMstructuralMaspectsMofMmimicryMandMtherapeuticMimplications]MExperti
OpinionioniBiologicaliTherapyZM2011ZMccZMdcc[df 5.4 19

56 wockingMofMcombinatorialMpeptideMlibrariesMintoMaMbroadlyMcross[reactiveMhumanM’g ]MJournaliofi
MoleculariRecognitionZM2001ZMcfZMcid[jf 2.6 19

55 ScaffoldingMtheMdevelopmentMofMproblem[solvingMskillsMinMchemistrylMguidingMnoviceMstudentsMoutMofM
deadMendsMandMfalseMstarts]MChemistryiEducationiResearchiandiPracticeZM2017ZMcjZMfjh[gbf 2.1 18

54 vharacterizationMofMtheMα[methyltransferaseMactivitiesMofMtheMmultifunctionalMpolypeptideM
cyclosporinMsynthetase]MChemistryiandiBiologyZM2011ZMcjZMfhf[ig 18

53  olecularMvharacterizationMofM–ipopolysaccharideMuindingMtoM‘umanM˛–[c[tcidMzlycoprotein]MJournali
ofiLipidsZM2012ZMdbcdZMfigcge 2.7 18

52 StructuralMbiologyMofMcarbohydrateMxenoantigens]MExpertiOpinionioniBiologicaliTherapyZM2009ZMkZMcbci[dk 5.4 17

51 TheMcationicMsmallMmoleculeMzWfjhkMisMcytotoxicMtoMhighMphosphatidylserine[expressingMmyelomaM
cells]MBritishiJournaliofiHaematologyZM2017ZMciiZMfde[ffb 4.5 15
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50 tntibodyMrecognitionMofMcancer[relatedMgangliosidesMandMtheirMmimicsMinvestigatedMusingMinMsilicoM
siteMmapping]MPLoSiONEZM2012ZMiZMeegfgi 3.7 15

49 vonformationalMtnalysisMofMwrugM oleculeslMtMPracticalMxxerciseMinMtheM edicinalMvhemistryMvourse]M
JournaliofiChemicaliEducationZM2009ZMjhZMfii 2.4 15

48 tntibodyâ��ligandMdockinglMinsightsMintoMpeptideâ��carbohydrateMmimicry]MMoleculariSimulationZM2008ZM
efZMfhc[fhk 2 14

47 d[ ethyl[f[Uf[methylpiperazin[c[ylV[cb‘[thieno[dZe[b][cZg]benzodiazepineMmethanolMsolvateM
monohydrate]MActaiCrystallographicaiSectioniE:iStructureiReportsiOnlineZM2003ZMgkZMocehi[ocehk 14

46 tMcomputationalMapproachMforMexploringMcarbohydrateMrecognitionMbyMlectinsMinMinnateMimmunity]M
FrontiersiiniImmunologyZM2011ZMdZMde 8.4 13

45 zas[phaseMformationMandMreactionsMofMradicalMcationsMofMguanosineZMdeoxyguanosineMandMtheirM
homodimersMandMheterodimers]MInternationaliJournaliofiMassiSpectrometryZM2011ZMebfZMif[jd 1.9 13

44 ProbingMtheMenvironmentMofMnascentMRαtMinMxscherichiaMcoliMtranscriptionMelongationMcomplexesM
utilizingMaMnewMfluorescentMribonucleotideManalog]MNucleiciAcidsiResearchZM1999ZMdiZMcehk[ih 20.1 13

43 TheMcarbohydrate[bindingMpromiscuityMofMxuonymusMeuropaeusMlectinMisMpredictedMtoMinvolveMaM
singleMbindingMsite]MGlycobiologyZM2015ZMdgZMcbc[cf 5.8 12

42 tuto aplMaMtoolMforManalyzingMprotein[ligandMrecognitionMusingMmultipleMligandMbindingMmodes]M
JournaliofiMoleculariGraphicsiandiModellingZM2013ZMfbZMjb[kb 2.8 12

41 TheMdesignZMsynthesisMandMbiologicalMevaluationMofMnovelMURuhbdManaloguesMasMpotentialM
monoacylglycerolMlipaseMinhibitors]MBioorganiciandiMedicinaliChemistryiLettersZM2011ZMdcZMhijd[i 2.9 12

40 RecognitionMofM’gz[derivedMpeptidesMbyMaMhumanM’g MwithManMunusualMcombiningMsite]MScandinaviani
JournaliofiImmunologyZM2002ZMggZMdfd[gg 3.4 12

39 uindingMofMsyntheticMpeptidesMbyMaMhumanMmonoclonalM’g MwithManMunusualMcombiningMsiteM
structure]MJournaliofiMoleculariRecognitionZM2001ZMcfZMddk[ej 2.6 11

38 Rαt[proteinMcrosslinkingMtoMt PMresiduesMatMinternalMpositionsMinMRαtMwithMaMnewMphotocrosslinkingM
tTPManalog]MNucleiciAcidsiResearchZM2000ZMdjZMcjfk[gj 20.1 11

37 TowardMactivatedMhomologyMmodelsMofMtheMhumanM cMmuscarinicMacetylcholineMreceptor]MJournaliofi
MoleculariGraphicsiandiModellingZM2014ZMfkZMkc[j 2.8 10

36 PeptideMinhibitorsMofMxenoreactiveMantibodiesMmimicMtheMinteractionMprofileMofMtheMnativeM
carbohydrateMantigens]MBiopolymersZM2011ZMkhZMcke[dbh 2.2 10

35 SynthesisZMmolecularMstructureZMα RMspectroscopicMandMcomputationalManalysisMofMaMselectiveM
adenosineMtdtMantagonistZMZ Mdfcejg]MStructuraliChemistryZM2013ZMdfZMcdfc[cdgc 1.8 9

34 TheMtcidauaseMProfileMofMtheM‘umanM etabolomeMandMαaturalMProducts]MMoleculariInformaticsZM2013
ZMedZMgbg[cg 3.8 9

33  ‘vMandM ‘v[likeMmoleculeslMstructuralMperspectivesMonMtheMdesignMofMmolecularMvaccines]MHumi
VaccinZM2008ZMfZMfbb[k 9
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32 wetectionMandMPreventionMofMtggregation[basedMyalseMPositivesMinMSTw[α R[basedMyragmentM
Screening]MAustralianiJournaliofiChemistryZM2013ZMhhZMcgcj 1.2 8

31 vrosswordMpuzzlesMforMchemistryMeducationlMlearningMgoalsMbeyondMvocabulary]MChemistryiEducationi
ResearchiandiPracticeZM2016ZMciZMged[ggf 2.1 8

30 StericMtspectsMofMtheMuindingMofM onofunctionalMPlatinumU’’VMvomplexesMtoMSitesMonMαucleobasesl´ M
 etalMvomplexMâ��ylatnessâ��MasMaMStructuralMxlementMofMSpeciation]MInorganiciChemistryZM1998ZMeiZMhdhk[hdig 5.1 7

29 StericMParametersMforM etalMuindingMSitesMonMαucleobases]MInorganiciChemistryZM1996ZMegZMikcf[ikcg 5.1 7

28 ’mmunoglobulinMcross[reactivityMexaminedMbyMlibraryMscreeningZMcrystallographyMandMdockingM
studies]MCombinatorialiChemistryiandiHighiThroughputiScreeningZM2001ZMfZMeki[fbj 1.3 7

27 VirtualMScreeningMtgainstMvarbohydrate[uindingMProteinslMxvaluationMandMtpplicationMtoMuacterialM
uurkholderiaMambifariaM–ectin]MJournaliofiChemicaliInformationiandiModelingZM2018ZMgjZMckih[ckjk 6.1 6

26 UsingMtheM˛†d[tdrenoceptorMforMStructure[uasedMwrugMwesign]MJournaliofiChemicaliEducationZM2010ZM
jiZMhdg[hdi 2.4 6

25
αewMhybridsMofMclozapineMandMhaloperidolMandMtheirMisostericManalogueslMsynthesisZMX[rayM
crystallographyZMconformationalManalysisMandMpreliminaryMpharmacologicalMevaluation]MStructurali
ChemistryZM2010ZMdcZMhce[hdj

1.8 6

24
StericallyMrestrictiveMmetalMcomplexes]MTheMsynthesisMandMstructuralMcharacterizationMofMUcZM
d[bisUh[methylpyridin[d[ylVethane[αZαrV[MUmalonatoVpalladiumU’’VMtrihydrate]MProtonMα RMbindingM
studiesMtoMcytosineMandMguanineMderivatives]MInorganicaiChimicaiActaZM1993ZMdcfZMchk[cih

2.7 6

23 TheMinfluenceMandMmanipulationMofMacidabaseMpropertiesMinMdrugMdiscovery]MDrugiDiscoveryiToday:i
TechnologiesZM2018ZMdiZMfc[fi 7.1 4

22  olecularMSimulationsMofMvarbohydratesMwithMaMyucose[uindingM–ectinMSuggestM odulationMbyM
SurfaceMResiduesMβutsideMtheMyucose[uindingMPocket]MFrontiersiiniPharmacologyZM2017ZMjZMeke 5.6 4

21  olecularMvharacterisationMofMtheM‘aemagglutininMzlycan[uindingMSpecificityMofMxgg[tdaptedM
VaccineMStrainsMofMtheMPandemicMdbbkM‘cαcMSwineM’nfluenzaMtMVirus]MMoleculesZM2015ZMdbZMcbfcg[ef 4.8 4

20 varbohydratesMinMvyberspace]MFrontiersiiniImmunologyZM2015ZMhZMebb 8.4 4

19 uindingM odeMPredictionMofMPwxfM’nhibitorslMtMvomparisonMofM odellingM ethods]MAustraliani
JournaliofiChemistryZM2010ZMheZMekh 1.2 3

18  cgMlightMchainMdimerMasMaMmodelMsystemMforMligandMdesignlMaMdockingMstudy]MJournaliofiMoleculari
RecognitionZM2002ZMcgZMeec[fb 2.6 3

17
TheMSynthesisMandMPreliminaryMPharmacologicalMxvaluationMofMaMSeriesMofMSubstitutedM
fT[PhenoxypropylMtnaloguesMofMtheMttypicalMtntipsychoticMvlozapine]MAustralianiJournaliofi
ChemistryZM2010ZMheZMcch

1.2 2

16 zasMphaseMsupramolecularMclusterMionsMofMdeoxyguanosineMinducedMbyMbindingMtoM
UdZdTlhTdTT[terpyridineV[platinumU’’VMandMUdiethylenetriamineV[platinumU’’V]MDaltoniTransactionsZM2009ZMcgfd[j4.3 2

15
xffectsMofMg[[S[UdZf[dinitrophenylV[thio][dT[deoxyuridineManalogMincorporationMonMtheMstructureMandM
stabilityMofMwαtMhybridslMimplicationsMforMtheMdesignMofMnucleicMacidMprobes]MJournaliofiMoleculari
RecognitionZM1999ZMcdZMeei[fg

2.6 2
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14 T‘x–PtTlMaMrapidMmeansMofMstudentMevaluationMofMlecturingMperformanceMinMhigherMeducation]M
AssessmentiandiEvaluationiiniHigheriEducationZM1995ZMdbZMckc[dbd 3.1 2

13 tntibody[varbohydrateMRecognitionMfromMwockedMxnsemblesMUsingMtheMtuto apMProcedure]M
MethodsiiniMoleculariBiologyZM2015ZMceecZMfc[gg 1.4 2

12  arkovMStateM odelMtnalysisMofM‘aloperidolMuindingMtoMtheMwMwopamineMReceptor]MJournaliofi
ChemicaliTheoryiandiComputationZM2020ZMchZMejik[ejjj 6.4 2

11 ‘omologyM odelingMandMwockingMxvaluationMofM‘umanM uscarinicMtcetylcholineMReceptors]M
NeuromethodsZM2016ZMcg[eg 0.4 1

10
ReplyMtoMâ��ResponseMtoM illandMetMal]lMvarbohydrateMresiduesMdownstreamMofMtheMterminalM
gal˛–UcZeVgalMepitopeMmodulateMtheMspecificityMofMxenoreactiveMantibodiesâ��]MImmunologyiandiCelli
BiologyZM2008ZMjhZMhee[hef

5 1

9 gZgr[UPiperazine[cZf[diylVbisUj[chloropyrido[dZe[b][cZg]benzoxazepineV]MActaiCrystallographicai
SectioniE:iStructureiReportsiOnlineZM2006ZMhdZMogfef[ogfeh 1

8 xffectMofMvhangingMyromMvlosed[uookMtoMyormulary[tllowedMxxaminations]MAmericaniJournaliofi
PharmaceuticaliEducationZM2021ZMjgZMikkb 2.5 1

7 StructuralMzlycobiologyMofMtntibodyMRecognitionMinMXenotransplantationMandMvancerM
’mmunotherapyM2012ZMdbe[ddj 1

6 TeachingMvhemistryMwownMUnderMinManMâ��UpsideMwownâ��MWorldlM–essonsM–earnedMandMStakeholderM
Perspectives]MACSiSymposiumiSeriesZcbg[cdd 0.4 0

5  olecularM odellinglMtdvancesMinMuiomolecularMandM aterialsM odelling]MAustralianiJournaliofi
ChemistryZM2011ZMhfZMjjg 1.2

4 j[vhloro[g[Uf[phenethylpiperazin[c[[ylVpyrido[dZe[b][cZg]benzoxazepine]MActaiCrystallographicai
SectioniE:iStructureiReportsiOnlineZM2008ZMhfZMocjhg[h

3
zeometricMformsMofM
j[chloro[cc[[f[Uj[chloro[g‘[dibenzo[bZe][cZf]diazepin[cc[ylVpiperazin[c[yl][g‘[dibenzo[bZe][cZf]diazepineâ��acetoneâ��pentaneM
UdacacV]MActaiCrystallographicaiSectioniE:iStructureiReportsiOnlineZM2007ZMheZMofbef[ofbef

2 SynthesisMofMj[vhloro[cc[Uf[Ue[Up[tolyloxyVpropylVpiperazin[c[ylV[g‘[dibenzo[bZe][cZf]diazepine]M
MolBankZM2006ZMdbbhZM fig 0.5

1 tntibodyMRecognitionMofMaMPolysaccharideMvommonMtoMmanyM icrobesMandMuiofilms]MFASEBiJournalZM
2019ZMeeZMegc]c 0.9
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