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n Paper IF Citations

146 TheKthemistryKuevelopmentK’itKStu’TkKanKopenXsourceK‘avaKlibraryKforKthemoXKandKsioinformaticsYK
JournalloflChemicallInformationlandlComputerlSciencesWK2003WKedWKejdXfaa 731

145 —etabo–ightsXXanKopenXaccessKgeneralXpurposeKrepositoryKforKmetabolomicsKstudiesKandK
associatedKmetaXdataYKNucleiclAcidslResearchWK2013WKebWKuhibXg 20.1 483

144 TheKthvszKreferenceKdatabaseKandKontologyKforKbiologicallyKrelevantKchemistrykKenhancementsKforK
cabdYKNucleiclAcidslResearchWK2013WKebWKuefgXgd 20.1 425

143 thvszKinKcabgkKzmprovedKservicesKandKanKexpandingKcollectionKofKmetabolitesYKNucleiclAcidsl
ResearchWK2016WKeeWKubcbeXj 20.1 399

142 RecentKdevelopmentsKofKtheKchemistryKdevelopmentKkitKStu’TKXKanKopenXsourceKjavaKlibraryKforK
chemoXKandKbioinformaticsYKCurrentlPharmaceuticallDesignWK2006WKbcWKcbbbXca 3.3 373

141 TheKslueKObeliskXinteroperabilityKinKchemicalKinformaticsYKJournalloflChemicallInformationlandl
ModelingWK2006WKegWKjjbXi 6.1 341

140 tlassywirekKautomatedKchemicalKclassificationKwithKaKcomprehensiveWKcomputableKtaxonomyYKJournall
oflCheminformaticsWK2016WKiWKgb 8.6 327

139 TowardKinteroperableKbioscienceKdataYKNaturelGeneticsWK2012WKeeWKbcbXg 36.3 286

138 themicalKvntitiesKofKsiologicalKznterestkKanKupdateYKNucleiclAcidslResearchWK2010WKdiWKucejXfe 20.1 212

137 TheKthemistryKuevelopmentK’itKStu’TKvcYakKatomKtypingWKdepictionWKmolecularKformulasWKandK
substructureKsearchingYKJournalloflCheminformaticsWK2017WKjWKdd 8.6 167

136 −avigatingKfreelyXavailableKsoftwareKtoolsKforKmetabolomicsKanalysisYKMetabolomicsWK2017WKbdWKbag 4.7 131

135 ReviewKonKnaturalKproductsKdatabaseskKwhereKtoKfindKdataKinKcacaYKJournalloflCheminformaticsWK
2020WKbcWKca 8.6 121

134 —etabo–ightskKrnKOpenXrccessKuatabaseKRepositoryKforK—etabolomicsKuataYKCurrentlProtocolslinl
BioinformaticsWK2016WKfdWKbeYbdYbXbeYbdYbi 24.2 111

133 tOordinationKofKStandardsKinK—etabOlomicSKStOS—OSTkKfacilitatingKintegratedKmetabolomicsKdataK
accessYKMetabolomicsWK2015WKbbWKbfihXbfjh 4.7 109

132 uiscoveringKandKlinkingKpublicKomicsKdataKsetsKusingKtheKOmicsKuiscoveryKzndexYKNaturel
BiotechnologyWK2017WKdfWKeagXeaj 44.5 105

131 −—RShiftusXconstructingKaKfreeKchemicalKinformationKsystemKwithKopenXsourceKcomponentsYK
JournalloflChemicallInformationlandlComputerlSciencesWK2003WKedWKbhddXj 99

130
TheKmzTabKdataKexchangeKformatkKcommunicatingKmassXspectrometryXbasedKproteomicsKandK
metabolomicsKexperimentalKresultsKtoKaKwiderKaudienceYKMolecularlandlCellularlProteomicsWK2014WK
bdWKchgfXhf

7.6 96
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129 −—RShiftusKXXKcompoundKidentificationKandKstructureKelucidationKsupportKthroughKaKfreeK
communityXbuiltKwebKdatabaseYKPhytochemistryWK2004WKgfWKchbbXh 4 96

128 RecommendationsKandKStandardizationKofKsiomarkerKQuantificationKUsingK−—RXsasedK
—etabolomicsKwithKParticularKwocusKonKUrinaryKrnalysisYKJournalloflProteomelResearchWK2016WKbfWKdgaXhd 5.6 94

127 ’−z—vXtu’kKWorkflowXdrivenKcheminformaticsYKBMClBioinformaticsWK2013WKbeWKcfh 3.6 88

126 uataKstandardsKcanKboostKmetabolomicsKresearchWKandKifKthereKisKaKwillWKthereKisKaKwayYKMetabolomics
WK2016WKbcWKbe 4.7 85

125 sioclipsekKanKopenKsourceKworkbenchKforKchemoXKandKbioinformaticsYKBMClBioinformaticsWK2007WKiWKfj 3.6 82

124 RecentKdevelopmentsKinKautomatedKstructureKelucidationKofKnaturalKproductsYKNaturallProductl
ReportsWK2004WKcbWKfbcXi 15.1 82

123 suildingKblocksKforKautomatedKelucidationKofKmetaboliteskKmachineKlearningKmethodsKforK−—RK
predictionYKBMClBioinformaticsWK2008WKjWKeaa 3.6 80

122 StructuredKchemicalKclassKdefinitionsKandKautomatedKmatchingKforKchemicalKontologyKevolutionYK
JournalloflCheminformaticsWK2012WKeWK 8.6 78

121 vxpandingKnaturalKproductKchemistryKresourcesKatKtheKvszYKJournalloflCheminformaticsWK2013WKfWK 8.6 78

120 treatingKchemoXKQKbioinformaticsKworkflowsWKfurtherKdevelopmentsKwithinKtheKtu’XTavernaK
ProjectYKChemistrylCentrallJournalWK2008WKcWK 78

119 xenomeXwideKassociationKstudyKofKmetabolicKtraitsKrevealsKnovelKgeneXmetaboliteXdiseaseKlinksYK
PLoSlGeneticsWK2014WKbaWKebaaebdc 6 70

118 —inimumKinformationKaboutKaKbioactiveKentityKS—zrsvTYKNaturelReviewslDruglDiscoveryWK2011WKbaWKggbXj 64.1 69

117 TheKchemicalKinformationKontologykKprovenanceKandKdisambiguationKforKchemicalKdataKonKtheK
biologicalKsemanticKwebYKPLoSlONEWK2011WKgWKecffbd 3.7 65

116 —etabo–ightskKtowardsKaKnewKtOS—OSKofKmetabolomicsKdataKmanagementYKMetabolomicsWK2012WKiWKhfhXhga4.7 64

115 tOtO−UTKonlinekKtollectionKofKOpenK−aturalKProductsKdatabaseYKJournalloflCheminformaticsWK2021WK
bdWKc 8.6 64

114 turrentKthallengesKinKPlantKvcoX—etabolomicsYKInternationallJournalloflMolecularlSciencesWK2018WK
bjWK 6.3 63

113 TheKvalueKofKuniversallyKavailableKrawK−—RKdataKforKtransparencyWKreproducibilityWKandKintegrityKinK
naturalKproductKresearchYKNaturallProductlReportsWK2019WKdgWKdfXbah 15.1 63

112 RheaXXaKmanuallyKcuratedKresourceKofKbiochemicalKreactionsYKNucleiclAcidslResearchWK2012WKeaWKuhfeXga 20.1 63

(2012-2004)
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111 –ipidyomekKaKdatabaseKofKtheoreticalKlipidsKoptimizedKforKhighKthroughputKmassKspectrometryK
lipidomicsYKPLoSlONEWK2013WKiWKegbjfb 3.7 59

110 ‘themPaintKXKUsingKtheKtollaborativeKworcesKofKtheKznternetKtoKuevelopKaKwreeKvditorKforKcuK
themicalKStructuresYKMoleculesWK2000WKfWKjdXji 4.8 55

109 tomputationalKtoolsKandKworkflowsKinKmetabolomicskKrnKinternationalKsurveyKhighlightsKtheK
opportunityKforKharmonisationKthroughKxalaxyYKMetabolomicsWK2017WKbdWKbc 4.7 52

108 Sv−vtrkKrKplatformXindependentWKdistributedWKandKparallelKsystemKforKcomputerXassistedKstructureK
elucidationKinKorganicKchemistryYKJournalloflChemicallInformationlandlComputerlSciencesWK2001WKebWKbfaaXh 51

107 rutomatedKstructureKpredictionKofKtransXacyltransferaseKpolyketideKsynthaseKproductsYKNaturel
ChemicallBiologyWK2019WKbfWKibdXicb 11.7 49

106 e−ano—apperkKharnessingKontologiesKtoKenableKdataKintegrationKforKnanomaterialKriskKassessmentYK
JournalloflBiomedicallSemanticsWK2015WKgWKba 2.2 48

105 SP–rSyWKaKhashedKidentifierKforKmassKspectraYKNaturelBiotechnologyWK2016WKdeWKbajjXbbab 44.5 48

104 −aturalKproductXlikenessKscoreKrevisitedkKanKopenXsourceWKopenXdataKimplementationYKBMCl
BioinformaticsWK2012WKbdWKbag 3.6 48

103 ReactionKuecoderKToolKSRuTTkKextractingKfeaturesKfromKchemicalKreactionsYKBioinformaticsWK2016WKdcWKcagfXg7.2 48

102 StandardsKforKReportingKvnzymeKuatakKTheKSTRv−urKtonsortiumkKWhatKitKaimsKtoKdoKandKwhyKitK
shouldKbeKhelpfulYKPerspectiveslinlScienceWK2014WKbWKbdbXbdh 0.8 47

101 tu’XTavernakKanKopenKworkflowKenvironmentKforKcheminformaticsYKBMClBioinformaticsWK2010WKbbWKbfj 3.6 47

100 OpenKuataWKOpenKSourceKandKOpenKStandardsKinKchemistrykKTheKslueKObeliskKfiveKyearsKonYKJournall
oflCheminformaticsWK2011WKdWKdh 8.6 46

99 sioclipseKckKaKscriptableKintegrationKplatformKforKtheKlifeKsciencesYKBMClBioinformaticsWK2009WKbaWKdjh 3.6 46

98 rKdecadeKafterKtheKmetabolomicsKstandardsKinitiativeKitRsKtimeKforKaKrevisionYKScientificlDataWK2017WKeWKbhabdi8.2 45

97 −—ReurTrWKaKstandardKtoKreportKtheK−—RKassignmentKandKparametersKofKorganicKcompoundsYK
MagneticlResonancelinlChemistryWK2018WKfgWKhadXhbf 2.1 43

96 tomplianceKwithKminimumKinformationKguidelinesKinKpublicKmetabolomicsKrepositoriesYKScientificl
DataWK2017WKeWKbhabdh 8.2 43

95 TheKTimeKzsKRightKtoKwocusKonK—odelKOrganismK—etabolomesYKMetabolitesWK2016WKgWK 5.6 43

94 sioinformaticsKmeetsKuserXcentredKdesignkKaKperspectiveYKPLoSlComputationallBiologyWK2012WKiWKebaacffe5 42
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93 Pheno—e−alkKprocessingKandKanalysisKofKmetabolomicsKdataKinKtheKcloudYKGigaScienceWK2019WKiWK 7.6 41

92 TheK—etabo–ightsKrepositorykKcurationKchallengesKinKmetabolomicsYKDatabase:lthelJournallofl
BiologicallDatabaseslandlCurationWK2013WKcabdWKbatacj 5 40

91 nmr—–kKrKtommunityKSupportedKOpenKuataKStandardKforKtheKuescriptionWKStorageWKandKvxchangeK
ofK−—RKuataYKAnalyticallChemistryWK2018WKjaWKgejXgfg 7.8 37

90 UpdatesKinKRheaXXaKmanuallyKcuratedKresourceKofKbiochemicalKreactionsYKNucleiclAcidslResearchWK
2015WKedWKuefjXge 20.1 37

89 uovetailingKbiologyKandKchemistrykKintegratingKtheKxeneKOntologyKwithKtheKthvszKchemicalK
ontologyYKBMClGenomicsWK2013WKbeWKfbd 4.5 35

88 SpectrometricallyKmonitoredKselectionKexperimentskKquantitativeKlaserKdesorptionKmassK
spectrometryKofKsmallKchemicalKlibrariesYKChemistrylandlBiologyWK1997WKeWKgdXhh 35

87 rlkaloidsKfromKuactylicapnosKtorulosaYKPhytochemistryWK1995WKeaWKcjjXdaf 4 32

86 StructureXbasedKclassificationKandKontologyKinKchemistryYKJournalloflCheminformaticsWK2012WKeWKi 8.6 31

85 si−thvkKaKwebKtoolKandKlibraryKforKchemicalKenrichmentKanalysisKbasedKonKtheKthvszKontologyYKBMCl
BioinformaticsWK2015WKbgWKfg 3.6 27

84 SynthesisKofKtarbaXPorphyrinoidsKfromKTripyrranesKandKUnsaturatedKuialdehydesYKSynthesisWK1996WK
bjjgWKddgXdea 2.9 27

83 xlobalKopenKdataKmanagementKinKmetabolomicsYKCurrentlOpinionlinlChemicallBiologyWK2017WKdgWKfiXgd 9.7 26

82 xeminalKbismethylationKpreventsKpolyketideKoxidationKandKdimerizationKinKtheKbenastatinKpathwayYK
AngewandtelChemiel-lInternationallEditionWK2007WKegWKhadfXi 16.4 26

81 rKdatabaseKforKchemicalKproteomicskKthvszYKMethodslinlMolecularlBiologyWK2012WKiadWKchdXjg 1.4 26

80 wurtherKisoflavonoidKmetabolitesKfromK—illettiaKgriffonianaKSsailTYKPhytochemistryWK2001WKfgWKdgdXi 4 25

79 PerformanceKvalidationKofKneuralKnetworkKbasedKSbdTcK−—RKpredictionKusingKaKpubliclyKavailableK
dataKsourceYKJournalloflChemicallInformationlandlModelingWK2008WKeiWKffaXf 6.1 24

78 –UtYâ��rKProgramKforKStructureKvlucidationKfromK−—RKtorrelationKvxperimentsYKAngewandtel
ChemielInternationallEditionlinlEnglishWK1996WKdfWKbjieXbjig 23

77 TheKRoleKofKzonicKsackbonesKinKR−rKStructurekKKrnKUnusuallyKStableK−onXWatsonâ��trickKuuplexKofKaK
−onionicKrnalogKinKanKrpolarK—ediumYKJournalloflthelAmericanlChemicallSocietyWK1998WKbcaWKbbfhgXbbfia16.4 22

76 themicalK—arkupWKX—–WKandKtheKWorldKWideKWebYKhYKt—–SpectWKanKX—–KvocabularyKforKspectralK
dataYKJournalloflChemicallInformationlandlModelingWK2007WKehWKcabfXde 6.1 22

(2007-2019)
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75 vfficientKringKperceptionKforKtheKthemistryKuevelopmentK’itYKJournalloflCheminformaticsWK2014WKgWKd 8.6 20

74 −ewKdevelopmentsKonKtheKcheminformaticsKopenKworkflowKenvironmentKtu’XTavernaYKJournallofl
CheminformaticsWK2011WKdWKfe 8.6 20

73 thvszkKaKchemistryKontologyKandKdatabaseYKJournalloflCheminformaticsWK2010WKcWK 8.6 20

72 zdentificationKofKTwoKthromenesKfromKtaleaKserrataKbyKSemiautomaticKStructureKvlucidationYK
JournalloflNaturallProductsWK1997WKgaWKgchXgci 4.9 19

71 SolutionKstructureKofKtheKaminoacylXcappedKoligodeoxyribonucleotideKduplexKSWXTxtxtrtTScTYK
BiochemistryWK1999WKdiWKbcfjhXgag 3.2 18

70 TheKfutureKofKmetabolomicsKinKv–zXzRYKF1000ResearchWK2017WKgWK 3.6 18

69 −aP–eSkKaKnaturalKproductsKlikenessKscorerXwebKapplicationKandKdatabaseYKJournallofl
CheminformaticsWK2019WKbbWKff 8.6 17

68 rKlargeXscaleKproteinXfunctionKdatabaseYKNaturelChemicallBiologyWK2010WKgWKhif 11.7 17

67 —etabolomicskKTheKStethoscopeKforKtheKTwentyXwirstKtenturyYKMedicallPrincipleslandlPracticeWK2021WK
daWKdabXdba 2.1 17

66 OrthemKXKrnKopenKsourceKchemistryKsearchKengineKforKOracleSRTYKJournalloflCheminformaticsWK2009WK
bWKbh 8.6 16

65 tlassificationKandKcomparisonKofKligandXbindingKsitesKderivedKfromKgridXmappedKknowledgeXbasedK
potentialsYKJournalloflMolecularlGraphicslandlModellingWK2006WKceWKdciXea 2.8 16

64 znteroperableKandKscalableKdataKanalysisKwithKmicroserviceskKapplicationsKinKmetabolomicsYK
BioinformaticsWK2019WKdfWKdhfcXdhga 7.2 15

63 libthvszkKanKrPzKforKaccessingKtheKthvszKdatabaseYKJournalloflCheminformaticsWK2016WKiWKbb 8.6 15

62 suildingKblocksKforKautomatedKelucidationKofKmetaboliteskKnaturalKproductXlikenessKforKcandidateK
rankingYKBMClBioinformaticsWK2014WKbfWKcde 3.6 15

61 rK—etadataKdescriptionKofKtheKdataKinKMrKmetabolomicKcomparisonKofKurinaryKchangesKinKtypeKcK
diabetesKinKmouseWKratWKandKhumanYMYKBMClResearchlNotesWK2011WKeWKchc 2.3 15

60 TheK–OTUSKznitiativeKforKOpenK−aturalKProductsKResearchkK’nowledgeK—anagementKthroughKWikidata 15

59 SoKwhatKhaveKdataKstandardsKeverKdoneKforKuspKTheKviewKfromKmetabolomicsYKGenomelMedicineWK
2010WKcWKdi 14.4 14

58 rKlostKopportunityKforKsciencekKjournalsKpromoteKdataKsharingKinKmetabolomicsKbutKdoKnotKenforceK
itYKMetabolomicsWK2018WKbeWKbg 4.7 13
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57 TheKvnzymeKPortalkKaKcaseKstudyKinKapplyingKuserXcentredKdesignKmethodsKinKbioinformaticsYKBMCl
BioinformaticsWK2013WKbeWKbad 3.6 13

56 TheKvszKenzymeKportalYKNucleiclAcidslResearchWK2013WKebWKuhhdXia 20.1 13

55 —rSPrKProgramKPredictingK—assKSpectraKofKtombinatorialK–ibrariesYKJournalloflChemicall
InformationlandlComputerlSciencesWK1997WKdhWKeejXefh 13

54 SelfXorganizingKontologyKofKbiochemicallyKrelevantKsmallKmoleculesYKBMClBioinformaticsWK2012WKbdWKd 3.6 12

53 vvolutionaryXalgorithmXbasedKstrategyKforKcomputerXassistedKstructureKelucidationYKJournallofl
ChemicallInformationlandlComputerlSciencesWK2004WKeeWKeijXji 12

52 uvtz—vRkKtowardsKdeepKlearningKforKchemicalKimageKrecognitionYKJournalloflCheminformaticsWK2020WK
bcWKgf 8.6 12

51 znKvivoKandKinKvitroKidentificationKofKZXsOXKtKXKaKnewKbilirubinKoxidationKendKproductYKOrganiclandl
BiomolecularlChemistryWK2018WKbgWKdffdXdfff 3.9 11

50 —asstascadekKVisualKProgrammingKforK–tX—SKuataKProcessingKinK—etabolomicsYKMolecularl
InformaticsWK2014WKddWKdahXdba 3.8 11

49 UserscriptsKforKtheKlifeKsciencesYKBMClBioinformaticsWK2007WKiWKeih 3.6 11

48 TooKsweetkKcheminformaticsKforKdeglycosylationKinKnaturalKproductsYKJournalloflCheminformaticsWK
2020WKbcWKgh 8.6 11

47 SpeckTacklekK‘avaScriptKchartsKforKspectroscopyYKJournalloflCheminformaticsWK2015WKhWKbh 8.6 10

46 TenKrecommendationsKforKsoftwareKengineeringKinKresearchYKGigaScienceWK2014WKdWKdb 7.6 10

45 TheKpotentialKutilityKofKpredictedKoneKbondKcarbonXprotonKcouplingKconstantsKinKtheKstructureK
elucidationKofKsmallKorganicKmoleculesKbyK−—RKspectroscopyYKPLoSlONEWK2014WKjWKebbbfhg 3.7 10

44 TheKfutureKofKmetabolomicsKinKv–zXzRYKF1000ResearchWK2017WKgWKbgej 3.6 10

43 mz—–czSrKQKnmr—–czSrkKgeneratingKenrichedKzSrXTabKmetadataKfilesKfromKmetabolomicsKX—–K
dataYKBioinformaticsWK2017WKddWKcfjiXcgaa 7.2 9

42 —etabolicKdifferencesKinKripeningKofKSolanumKlycopersicumKRrilsaKtraigRKandKthreeKmonogenicK
mutantsYKScientificlDataWK2014WKbWKbeaacj 8.2 9

41 rlkaloidsKfromKThalictrumKprzewalskiiYKPlantalMedicaWK1998WKgeWKbgfXhb 3.1 9

40 −wuzethemKXKTowardsKaK−ationalKResearchKuataKznfrastructureKforKthemistryKinKxermanyYKResearchl
IdeaslandlOutcomesWgWK 2.5 9

(-2013)
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39 rKreviewKofKopticalKchemicalKstructureKrecognitionKtoolsYKJournalloflCheminformaticsWK2020WKbcWKga 8.6 9

38 rutomatedKassemblyKofKspeciesKmetabolomesKthroughKdataKsubmissionKintoKaKpublicKrepositoryYK
GigaScienceWK2017WKgWKbXe 7.6 8

37 rKmolecularKfragmentKcheminformaticsKroadmapKforKmesoscopicKsimulationYKJournallofl
CheminformaticsWK2014WKgWKef 8.6 8

36 rKeXmethylXhXhydroxyphthalideKglycosideKandKotherKconstituentsKfromKQuillajaKsaponariaKmolinaYK
PhytochemistryWK1995WKeaWKbdbdXf 4 7

35 vxpandingKtheKRubteroloneKwamilykKzntrinsicKReactivityKandKuirectedKuiversificationKofKP’SXderivedK
PyransYKChemistryl-lAlEuropeanlJournalWK2018WKceWKbbdbjXbbdce 4.8 7

34 OntoQuerykKeasyXtoXuseKwebXbasedKOW–KqueryingYKBioinformaticsWK2013WKcjWKcjffXh 7.2 6

33 —etingearkKaKdevelopmentKenvironmentKforKannotatingKgenomeXscaleKmetabolicKmodelsYK
BioinformaticsWK2013WKcjWKccbdXf 7.2 6

32 TheKthemistryKuevelopmentK’itKStu’TkKrnKOpenXSourceK‘avaK–ibraryKforKthemoXKandK
sioinformaticsYYKChemInformWK2003WKdeWKno 6

31 STOUTkKS—z–vSKtoKzUPrtKnamesKusingKneuralKmachineKtranslationYKJournalloflCheminformaticsWK2021
WKbdWKde 8.6 6

30 vrtlwunctionalxroupswinderkKautomatedKruleXbasedKfunctionalKgroupKdetectionKwithKtheKthemistryK
uevelopmentK’itKStu’TYKJournalloflCheminformaticsWK2019WKbbWKdh 8.6 5

29 znKsupportKofKtheKs—RsYKNaturelStructurallandlMolecularlBiologyWK2012WKbjWKifeXga 17.6 5

28 xeneKtlusterKrctivationKinKaKsacterialKSymbiontK–eadsKtoKyalogenatedKrngucyclicK
—aduralactomycinsKandKSpirocyclicKrctinospirolsYKOrganiclLettersWK2020WKccWKcgdeXcgdi 6.2 4

27 wromKuatabasesKtoKsigKuataK2016WKdbhXddb 4

26 TowardsKautomaticKclassificationKwithinKtheKthvszKontologyYKNaturelPrecedingsWK2009WK 4

25 rKtatalogKofK−aturalKProductsKOccurringKinKWatermelonXYKFrontierslinlNutritionWK2021WKiWKhcjicc 6.2 3

24 uvtz—vRKbYakKdeepKlearningKforKchemicalKimageKrecognitionKusingKtransformersYKJournallofl
CheminformaticsWK2021WKbdWKgb 8.6 3

23 OrthemkKanKopenKsourceKchemistryKsearchKengineKforKOracleYKJournalloflCheminformaticsWK2010WKcWK 8.6 2

22 ProgressKonKanKopenKsourceKcomputerXassistedKstructureKelucidationKsuiteKSSv−vtrTYKJournallofl
CheminformaticsWK2010WKcWK 8.6 2
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21 znteroperableKandKscalableKdataKanalysisKwithKmicroserviceskKrpplicationsKinK—etabolomics 2

20 OmicsKuiscoveryKzndexKXKuiscoveringKandK–inkingKPublicKâ��Omicsâ��Kuatasets 2

19 —rYxv−kKanKopenXsourceKchemicalKstructureKgeneratorKforKconstitutionalKisomersKbasedKonKtheK
orderlyKgenerationKprincipleYKJournalloflCheminformaticsWK2021WKbdWKei 8.6 2

18 zSrKrPzkKrnKopenKplatformKforKinteroperableKlifeKscienceKexperimentalKmetadataYKGigaScienceWK2021WK
baWK 7.6 2

17 themicalKgraphKgeneratorsYKPLoSlComputationallBiologyWK2021WKbhWKebaaifae 5 2

16 tomputerXrssistedKStructureKvlucidationbdhiXbeag 2

15 tomputationalKmetabolomicsKâ��KaKfieldKatKtheKboundariesKofKcheminformaticsKandKbioinformaticsYK
JournalloflCheminformaticsWK2011WKdWK 8.6 1

14 torrelationsKbetweenKthemicalKStructuresKandK−—RKuataK2008WKbdgiXbdhh 1

13 vineKoffeneK−—RXuatenbankYKNachrichtenlAuslDerlChemieWK2005WKfdWKbadjXbaeb 0.1 1

12 Pheno—e−alkKProcessingKandKanalysisKofK—etabolomicsKdataKinKtheKtloud 1

11 rccessingKandKusingKchemicalKpropertyKdatabasesYKMethodslinlMolecularlBiologyWK2012WKjcjWKbjdXcbj 1.4 1

10 uescriptionKandKrnalysisKofKxlycosidicKResiduesKinKtheK–argestKOpenK−aturalKProductsKuatabaseYK
BiomoleculesWK2021WKbbWK 5.9 1

9 uvtz—vRXSegmentationkKrutomatedKextractionKofKchemicalKstructureKdepictionsKfromKscientificK
literatureYKJournalloflCheminformaticsWK2021WKbdWKca 8.6 1

8 —oleculeKSetKtomparatorKS—StTkKaKtu’XbasedKopenKrichXclientKtoolKforKmoleculeKsetKsimilarityK
evaluationsYKJournalloflCheminformaticsWK2021WKbdWKf 8.6 0

7 SurgekKaKfastKopenXsourceKchemicalKgraphKgeneratorYYKJournalloflCheminformaticsWK2022WKbeWKce 8.6 0

6 OntologiesKinKthemoinformaticsK2017WKcbgdXcbib

5 ShouldnRtKenantiomericKpurityKbeKincludedKinKtheKRminimumKinformationKaboutKaKbioactiveKentitypK
ResponseKfromKtheK—zrsvKgroupYKNaturelReviewslDruglDiscoveryWK2012WKbbWKhdaXhda 64.1

4 themicalKOntologiesKforKStandardizationWK’nowledgeKuiscoveryWKandKuataK—iningYKMethodslandl
PrincipleslinlMedicinallChemistryWK2013WKffXhe 0.4

(2013-)
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3 uraftKgenomeKassemblyKandKsequencingKdatasetKofKtheKmarineKdiatomKcfYKRtthfYYKDatalinlBriefWK
2022WKebWKbahjdb 1.2

2 OntologiesKinKtheminformaticsK2016WKbXbj

1 —eetKtheKvditorsXinXthiefYKAnalyticallSciencelAdvancesWK2020WKbWKe 1.1
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