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69 NaturalKproductZlikenessKscoreKrevisitedlKanKopenZsourceWKopenZdataKimplementation[KBMCk
BioinformaticsWK2012WKbdWKbag 3.6 48
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ChemicalkInformationkandkModelingWK2014WKfeWKbgbhZcc 6.1 36

62 WWWZbasedKchemicalKinformationKsystem[KComputationalkandkTheoreticalkChemistryWK1997WKebkWKbbdZbca 31
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60 spplicationsKofKselfZorganizingKneuralKnetworksKinKvirtualKscreeningKandKdiversityKselection[KJournalk
ofkChemicalkInformationkandkModelingWK2006WKegWKcdbkZcd 6.1 30

59 TheKMoleculeKuloudKZKcompactKvisualizationKofKlargeKcollectionsKofKmolecules[KJournalkofk
CheminformaticsWK2012WKeWKbc 8.6 28

58 PolarKSurfaceKsrea[KMethodskandkPrincipleskinkMedicinalkChemistryWK2007WKbbbZbcg 0.4 25

57 WikipediaKuhemicalKStructureKwxplorerlKsubstructureKandKsimilarityKsearchingKofKmoleculesKfromK
Wikipedia[KJournalkofkCheminformaticsWK2015WKhWKba 8.6 24

56 WorldKWideKWebZbasedKsystemKforKtheKcalculationKofKsubstituentKparametersKandKsubstituentK
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22
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CurrentkTopicskinkMedicinalkChemistryWK2007WKhWKbekbZfab 3 22

53 SynthesisKofKxerrocenylZSubstitutedKzeterocycleslKTheKteneficialKwffectKofKtheKMicrowaveK
Irradiation[KCollectionkofkCzechoslovakkChemicalkCommunicationsWK1994WKfkWKbhfZbif 22
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51 MNvOKuIKstudyKofKverticalKexcitationKenergies[KComputationalkandkTheoreticalkChemistryWK1988WKbgfWKbZi 19

50 TheKscaffoldKtreelKanKefficientKnavigationKinKtheKscaffoldKuniverse[KMethodskinkMolecularkBiologyWK
2011WKghcWKcefZga 1.4 18

49 IsvwlKaKsystemKforKintelligentKautomaticKdesignKofKbioisostericKanalogs[KJournalkofkComputerzAidedk
MolecularkDesignWK2012WKcgWKbcahZbf 4.2 16

48 PreparationKandKstereoselectivityKofKbWdZdipolarKcycloadditionKofKuZglycosylKnitronesKtoK
NZarylmaleimides[KMonatsheftekFˆ…rkChemieWK1992WKbcdWKkkkZbabd 1.4 16

47 vatabaseKofKbioactiveKringKsystemsKwithKcalculatedKpropertiesKandKitsKuseKinKbioisostericKdesignKandK
scaffoldKhopping[KBioorganickandkMedicinalkChemistryWK2012WKcaWKfedgZec 3.4 15

46 uhiralKuliffslKInvestigatingKtheKInfluenceKofKuhiralityKonKtindingKsffinity[KChemMedChemWK2018WKbdWKbdbfZbdce3.7 14

45 uomputationalKanalysisKofKstructureZactivityKrelationships[KProgresskinkMedicinalkChemistryWK2010WKekWKbbdZga7.3 14

44 IdentificationKandKulassificationKofKyPuRKLigandsKUsingKSelfZOrganizingKNeuralKNetworks[KQSARkandk
CombinatorialkScienceWK2005WKceWKchaZchg 14

43 StereoselectivityKofKbWdZvipolarKuycloadditionsKofKdZwrythroseKandKdZThreoseKverivedKNitronesKwithK
MethylKscrylate[KSynlettWK2001WKcaabWKbigcZbigf 2.2 14

42 RegioselectivityKinKtheKbWdZdipolarKcycloadditionKofKnitrileKoxidesKtoK
dWdZmethyleneZfWfZdimethylZcZpyrrolidinone[KMonatsheftekFˆ…rkChemieWK1991WKbccWKicbZici 1.4 13
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RegioZKandKstereoZselectiveKsynthesisKofKcarbohydrateKisoxazolidinesKbyKbWdZdipolarKcycloadditionKofK
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ResearchWK1992WKccgWKekZfg
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40 RegioZKandKstereoselectivityKinKtheKbWdZdipolarKcycloadditionKofKuWNZdiarylnitronesKtoK
dWdZmethyleneZfWfZdimethylZcZpyrrolidinone[KMonatsheftekFˆ…rkChemieWK1991WKbccWKkhhZkif 1.4 12

39 uczetcNclKaKpredictionKofKringKandKchainK[boronZnitrogenZcarbon]Kcompounds[KJournalkofkthek
AmericankChemicalkSocietyWK1992WKbbeWKbakffZbakfg 16.4 12

38 viastereomericKecdysteroidsKwithKaKcyclicKhemiacetalKinKtheKsideKchainKproducedKbyKcytochromeK
PefaKinKhormonallyKresistantKinsectKcells[KArchiveskofkBiochemistrykandkBiophysicsWK2002WKeaaWKbiaZh 4.1 11

37 NaturalKproductKdrugKdeliverylKsKspecialKchallengeq[KProgresskinkMedicinalkChemistryWK2019WKfiWKbfhZbih 7.3 10

36 SynthesisKofKSpiroisoxazolinesKbyKbWdZvipolarKuycloaddition[KMoleculesWK1997WKcWKfhZgb 4.8 9

35 NPKNavigatorlKsKNewKLookKatKtheKNaturalKProductKuhemicalKSpace[KMolecularkInformaticsWK2021WKeaWKecbaaagi3.8 9

34 uheminformaticsKsnalysisKofKNaturalKProductKScaffoldslKuomparisonKofKScaffoldsKProducedKbyK
snimalsWKPlantsWKxungiKandKtacteria[KMolecularkInformaticsWK2020WKdkWKecaaaabh 3.8 8
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33
RegioZKandKStereoselectiveKReductionKofKdWfZvisubstitutedK
daWgaZvihydroZezZpyrrolo[dWeZd]isoxazoleZeWgSfzTZdionesKwithKSodiumKtorohydride[KLiebigskAnnalenk
DerkChemieWK1993WKbkkdWKbaehZbafa

8

32 MNvOKandKsMbKstudyKofKmolecularKgeometriesKinKexcitedKstates[KCollectionkofkCzechoslovakk
ChemicalkCommunicationsWK1990WKffWKbdkkZbead 7

31 StructureZtasedKandKPropertyZvrivenKOptimizationKofKZsrylKImidazolesKtowardKPotentKandKSelectiveK
OralKROR˛‡tKInhibitors[KJournalkofkMedicinalkChemistryWK2019WKgcWKbaibgZbaidc 8.3 6

30 wlectronKdistributionKonKanKintramolecularKhydrogenKbondlKsKsemiempiricalKsMbKstudy[KStructuralk
ChemistryWK1992WKdWKdabZdaf 1.8 6

29 InKsilicoKidentificationKofKbioisostericKfunctionalKgroups[KCurrentkOpinionkinkDrugkDiscoverykqk
DevelopmentWK2007WKbaWKcibZi 6

28 uraigKplotKc[alKanKinteractiveKnavigationKinKtheKsubstituentKbioisostericKspace[KJournalkofk
CheminformaticsWK2020WKbcWKi 8.6 5

27 wnergiesKofKexcitedKstatesKcalculatedKwithKMNvOKandKsMb[KMonatsheftekFˆ…rkChemieWK1991WKbccWKbabfZbabi1.4 5

26 UniqueKmacrocyclesKinKtheKTaiwanKtraditionalKuhineseKmedicineKdatabase[KPlantakMedicaWK2015WKibWKefkZgg3.1 4

25 wvaluationKofKaKsemiZautomatedKworkflowKforKfragmentKgrowing[KJournalkofkChemicalkInformationk
andkModelingWK2015WKffWKbiaZkd 6.1 4

24 uomplexationKofKphthalidesKandKsubstitutedKdZbenzylideneKphthalidesKwithKurSuOTg[KJournalkofk
OrganometallickChemistryWK1994WKegeWKgfZgk 2.3 4

23 MNvOKuIKstudyKofKtheKphotoisomerizationKaboutKpolarKdoubleKbonds[KInternationalkJournalkofk
QuantumkChemistryWK1990WKdiWKcdbZcdi 2.1 4

22 MNvOKstudyKofKtheKwZZKisomerizationKmechanismKofKzcuoNRKmoleculesKSRKoKzWKuzdWKNzcWKOzWKxT[K
CollectionkofkCzechoslovakkChemicalkCommunicationsWK1988WKfdWKckigZckke 4

21 ualculationKofKenergiesKofKexcitedKstatesKwithKMNvOKuIKmethod[KCollectionkofkCzechoslovakk
ChemicalkCommunicationsWK1989WKfeWKbeddZbedg 4

20 yazingKintoKtheKcrystalKballmKtheKfutureKofKcomputerZaidedKdrugKdesign[KJournalkofkComputerzAidedk
MolecularkDesignWK2012WKcgWKhhZk 4.2 3

19 SynthesisKofKiZsubstitutedKfzWkzZgZoxaZhZazaZbenzocyclononeneZbaWbbZdioneZbbZOZmethyloximesWKaK
newK[bWc]ZoxazonineKringKsystem[KTetrahedronkLettersWK2000WKebWKbdibZbdie 2 3

18 sKquantumZchemicalKstudyKofKstructureKofKzdOVKinKelectronicallyKexcitedKstates[KCollectionkofk
CzechoslovakkChemicalkCommunicationsWK1986WKfbWKhdiZhef 3

17 uomputationalKuhemistryKatKNovartis[KChimiaWK2005WKfkWKfefZfek 1.3 3

16 IdentificationKofKtioisostericKSubstituentsKbyKaKveepKNeuralKNetwork[KJournalkofkChemicalk
InformationkandkModelingWK2020WKgaWKddgkZddhf 6.1 2
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15 VisualizationKofKchemicalKspaceKforKmedicinalKchemists[KJournalkofkCheminformaticsWK2014WKgWKOe 8.6 2

14
uheminformaticsKsnalysisKofKOrganicKSubstituentslKIdentificationKofKtheKMostKuommonK
SubstituentsWKualculationKofKSubstituentKPropertiesWKandKsutomaticKIdentificationKofKvrugZLikeK
tioisostericKyroups[[KChemInformWK2003WKdeWKno

2

13 Toxizitˆ⁄tsvorhersageKimKIntranet[KNachrichtenkAuskDerkChemieWK2004WKfcWKbgcZbge 0.1 2

12 InfluenceKofKsolventKpolarityKonKtheKdualKfluorescenceKofKpZNWNZdimethylaminobenzonitrilelKsnKsMbK
theoreticalKstudy[KCollectionkofkCzechoslovakkChemicalkCommunicationsWK1990WKffWKbikbZbikf 2

11 MNvOKuIKstudyKofKtheKphotoisomerizationKofKpentadieniminium[KCollectionkofkCzechoslovakk
ChemicalkCommunicationsWK1990WKffWKciheZcihk 2

10 MagicKRingslKNavigationKinKtheKRingKuhemicalKSpaceKyuidedKbyKtheKtioactiveKRings[KJournalkofk
ChemicalkInformationkandkModelingWK2021WK 6.1 2

9 fWfZKandKfWgZMemberedKSpirocyclicKIndolinoneKzitZxindingKLibraries[KACSkCombinatorialkScienceWK2019
WKcbWKfciZfdg 3.9 1

8 PhysicochemicalKPropertiesK2012WKbckZbdk 1

7 uheminformaticsKsnalysisKofKNaturalKProductKScaffoldslKuomparisonKofKScaffoldsKProducedKbyK
snimalsWKPlantsWKxungiKandKtacteria 1

6 ReducingKtheKuonceptsKofKvataKScienceKandKMachineKLearningKtoKToolsKforKtheKtenchKuhemist[K
ChimiaWK2019WKhdWKbaabZbaaf 1.3 1

5 WebZtasedKualculationKofKMolecularKPropertiesbddgZbdei 1

4 SubstituentsKofKlifelKTheKmostKcommonKsubstituentKpatternsKpresentKinKnaturalKproducts[[K
BioorganickandkMedicinalkChemistryWK2021WKfeWKbbgfgc 3.4 0

3 usVIsRlKaKmethodKforKautomaticKcavityKdetectionWKdescriptionKandKdecompositionKintoKsubcavities[K
JournalkofkComputerzAidedkMolecularkDesignWK2021WKdfWKhdhZhfa 4.2 0

2 RingKreplacementKrecommenderlKRingKmodificationsKforKimprovingKbiologicalKactivity[KEuropeank
JournalkofkMedicinalkChemistryWK2022WKcdiWKbbeeid 6.8 0

1 WorldKWideKWebZtasedKualculationKofKSubstituentKParametersKforKQSsRKStudiesK2000WKcghZcgi
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