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212 ïpββiJpredictionJofJactivityJspectraJforJbiologicallyJactiveJsubstancesXJBioinformaticsVJ2000VJ]eVJfcfWg 7.2 511

211 ïredictionJofJtheJqiologicalJpctivityJβpectraJofJOrganicJrompoundsJUsingJtheJïassJOnlineJWebJ
αesourceXJChemistrydofdHeterocyclicdCompoundsVJ2014VJd[VJcccWcdf 1.4 340

210 QβpαJwithoutJbordersXJChemicaldSocietydReviewsVJ2020VJchVJbdadWbdec 58.5 196

209 αobustnessJofJbiologicalJactivityJspectraJpredictingJbyJcomputerJprogramJïpββJforJnoncongenericJ
setsJofJchemicalJcompoundsXJJournaldofdChemicaldInformationdanddComputerdSciencesVJ2000VJc[VJ]bchWdd 178

208 QβpαJ–odellingJofJαatJpcuteJToxicityJonJtheJqasisJofJïpββJïredictionXJMoleculardInformaticsVJ2011VJ
b[VJac]Wd[ 3.8 172

207 ïpββJbiologicalJactivityJspectrumJpredictionsJinJtheJenhancedJopenJ—rxJdatabaseJbrowserXJJournald
ofdChemicaldInformationdanddComputerdSciencesVJ2003VJcbVJaagWbe 159

206
rhemicalJβimilarityJpssessmentJthroughJ–ultilevelJ—eighborhoodsJofJptomsiJJsefinitionJandJ
romparisonJwithJtheJOtherJsescriptorsXJJournaldofdChemicaldInformationdanddComputerdSciencesVJ
1999VJbhVJeeeWef[

143

205 romputerWaidedJdiscoveryJofJantiWinflammatoryJthiazolidinonesJwithJdualJ
cyclooxygenaseYlipoxygenaseJinhibitionXJJournaldofdMedicinaldChemistryVJ2008VJd]VJ]e[]Wh 8.3 136

204 sesignVJsynthesisVJcomputationalJandJbiologicalJevaluationJofJnewJanxiolyticsXJBioorganicdandd
MedicinaldChemistryVJ2004VJ]aVJeddhWeg 3.4 103

203 ryclobutaneWcontainingJalkaloidsiJoriginVJsynthesisVJandJbiologicalJactivitiesXJOpendMedicinald
ChemistrydJournalVJ2008VJaVJaeWbf 1.2 102

202 siscriminatingJbetweenJdrugsJandJnondrugsJbyJpredictionJofJactivityJspectraJforJsubstancesJRïpββSXJ
JournaldofdMedicinaldChemistryVJ2001VJccVJacbaWf 8.3 101

201 –ultiWtargetedJnaturalJproductsJevaluationJbasedJonJbiologicalJactivityJpredictionJwithJïpββXJ
CurrentdPharmaceuticaldDesignVJ2010VJ]eVJ]f[bW]f 3.3 99

200 —ovelJantitumorJagentsiJmarineJspongeJalkaloidsVJtheirJsyntheticJanalogsJandJderivativesXJ
MinisReviewsdindMedicinaldChemistryVJ2005VJdVJb]hWbe 3.2 95

199 ïredictionJofJbiologicalJactivityJspectraJforJsubstancesiJevaluationJonJtheJdiverseJsetsJofJdrugWlikeJ
structuresXJCurrentdMedicinaldChemistryVJ2003VJ][VJaadWbb 4.3 94

198 —aturalJperoxyJanticancerJagentsXJMinisReviewsdindMedicinaldChemistryVJ2007VJfVJdf]Wgh 3.2 93

197 ïpββWassistedJexplorationJofJnewJtherapeuticJpotentialJofJnaturalJproductsXJMedicinaldChemistryd
ResearchVJ2011VJa[VJ]d[hW]d]c 2.2 90

196 rhemoWJandJbioinformaticsJresourcesJforJinJsilicoJdrugJdiscoveryJfromJmedicinalJplantsJbeyondJtheirJ
traditionalJuseiJaJcriticalJreviewXJNaturaldProductdReportsVJ2014VJb]VJ]dgdWe]] 15.1 85
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195 pmeliorativeJeffectJofJrurcuminJonJseizureJseverityVJdepressionJlikeJbehaviorVJlearningJandJmemoryJ
deficitJinJpostWpentylenetetrazoleWkindledJmiceXJEuropeandJournaldofdPharmacologyVJ2013VJf[cVJbbWc[ 5.3 81

194 rollaborativeJdevelopmentJofJpredictiveJtoxicologyJapplicationsXJJournaldofdCheminformaticsVJ2010VJ
aVJf 8.6 76

193 ïpββiJidentificationJofJprobableJtargetsJandJmechanismsJofJtoxicityXJSARdanddQSARdindEnvironmentald
ResearchVJ2007VJ]gVJ][]W][ 3.5 71

192 ro–ïpαpiJrollaborativeJ–odelingJïrojectJforJpndrogenJαeceptorJpctivityXJEnvironmentaldHealthd
PerspectivesVJ2020VJ]agVJaf[[a 8.4 70

191 wowJtoJacquireJnewJbiologicalJactivitiesJinJoldJcompoundsJbyJcomputerJpredictionXJJournaldofd
ComputersAideddMoleculardDesignVJ2002VJ]eVJg]hWac 4.2 70

190 sesignJofJnewJcognitionJenhancersiJfromJcomputerJpredictionJtoJsynthesisJandJbiologicalJ
evaluationXJJournaldofdMedicinaldChemistryVJ2004VJcfVJagf[We 8.3 64

189 romputerWaidedJpredictionJofJbiologicalJactivityJspectraJforJchemicalJcompoundsiJopportunitiesJ
andJlimitationXJBiomedicaldChemistrydResearchdanddMethodsVJ2018VJ]VJe[[[[c 0.4 63

188 r’rWïrediJpJfreelyJavailableJwebWserviceJforJinJsilicoJpredictionJofJhumanJcellJlineJcytotoxicityJforJ
drugWlikeJcompoundsXJPLoSdONEVJ2018VJ]bVJe[]h]gbg 3.7 62

187
uragmentWbasedJdesignVJdockingVJsynthesisVJbiologicalJevaluationJandJstructureWactivityJ
relationshipsJofJaWbenzoYbenzisothiazoliminoWdWarylidenWcWthiazolidinonesJasJ
cycloxygenaseYlipoxygenaseJinhibitorsXJEuropeandJournaldofdMedicinaldChemistryVJ2012VJcfVJ]]]Wac

6.8 61

186 Q—pWbasedJQβtarJTrackQJQβpαJapproachXJSARdanddQSARdindEnvironmentaldResearchVJ2009VJa[VJefhWf[h 3.5 58

185 sxvtïWïrediJwebJserviceJforJinJsilicoJpredictionJofJdrugWinducedJgeneJexpressionJprofilesJbasedJonJ
structuralJformulaXJBioinformaticsVJ2013VJahVJa[eaWb 7.2 55

184 βO–ïiJwebJserverJforJinJsilicoJpredictionJofJsitesJofJmetabolismJforJdrugWlikeJcompoundsXJ
BioinformaticsVJ2015VJb]VJa[ceWg 7.2 55

183 —aturallyJoccurringJplantJisoquinolineJ—WoxideJalkaloidsiJtheirJpharmacologicalJandJβpαJactivitiesXJ
PhytomedicineVJ2015VJaaVJ]gbWa[a 6.5 51

182 QuantitativeJpredictionJofJantitargetJinteractionJprofilesJforJchemicalJcompoundsXJChemicald
ResearchdindToxicologyVJ2012VJadVJabfgWgd 4 50

181 rhapterJeiïrobabilisticJppproachesJinJpctivityJïredictionJ2008VJ]gaWa]e 49

180 ïredictionJofJbiologicalJactivityJspectraJviaJtheJxnternetXJSARdanddQSARdindEnvironmentaldResearchVJ
2003VJ]cVJbbhWcf 3.5 43

179 –etabolismJsiteJpredictionJbasedJonJxenobioticJstructuralJformulasJandJïpββJpredictionJalgorithmXJ
JournaldofdChemicaldInformationdanddModelingVJ2014VJdcVJchgWd[f 6.1 42

178 TopJa[[JmedicinesiJcanJnewJactionsJbeJdiscoveredJthroughJcomputerWaidedJpredictionnXJSARdandd
QSARdindEnvironmentaldResearchVJ2001VJ]aVJbafWcc 3.5 40
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177 pJnewJapproachJtoJQβpαJmodellingJofJacuteJtoxicityXJSARdanddQSARdindEnvironmentaldResearchVJ
2007VJ]gVJagdWhg 3.5 39

176 romputerWpidedJïredictionJofJαodentJrarcinogenicityJbyJïpββJandJrxβOrWïβrTXJQSARdandd
CombinatorialdScienceVJ2009VJagVJg[eWg][ 38

175 QβpαJ–odelingJandJïredictionJofJsrugWsrugJxnteractionsXJMoleculardPharmaceuticsVJ2016VJ]bVJdcdWde 5.6 37

174 romputerWaidedJselectionJofJpotentialJantihypertensiveJcompoundsJwithJdualJmechanismJofJactionXJ
JournaldofdMedicinaldChemistryVJ2003VJceVJbbaeWba 8.3 37

173 romputerWaidedJpredictionJforJmedicinalJchemistryJviaJtheJxnternetXJSARdanddQSARdindEnvironmentald
ResearchVJ2008VJ]hVJafWbg 3.5 36

172 ïredictingJbiotransformationJpotentialJfromJmolecularJstructureXJJournaldofdChemicaldInformationd
anddComputerdSciencesVJ2003VJcbVJ]ebeWce 36

171 pJcriticalJoverviewJofJcomputationalJapproachesJemployedJforJrOVxsW]hJdrugJdiscoveryXJChemicald
SocietydReviewsVJ2021VJd[VJh]a]Wh]d] 58.5 36

170 tvaluationJofJtheJlocalJanaestheticJactivityJofJbWaminobenzo[d]isothiazoleJderivativesJusingJtheJratJ
sciaticJnerveJmodelXJEuropeandJournaldofdMedicinaldChemistryVJ2009VJccVJcfbWg] 6.8 35

169 xnJsilicoJassessmentJofJadverseJdrugJreactionsJandJassociatedJmechanismsXJDrugdDiscoverydTodayVJ
2016VJa]VJdgWf] 8.8 34

168 psVtαïredWWebJβerviceJforJïredictionJofJpdverseJtffectsJofJsrugsXJJournaldofdChemicald
InformationdanddModelingVJ2018VJdgVJgW]] 6.1 34

167 –etaToxiJWebJppplicationJforJïredictingJβtructureJandJToxicityJofJXenobioticsQJ–etabolitesXJ
JournaldofdChemicaldInformationdanddModelingVJ2017VJdfVJebgWeca 6.1 32

166 ïpββJTargetsiJ’igandWbasedJmultiWtargetJcomputationalJsystemJbasedJonJaJpublicJdataJandJnaˆflveJ
qayesJapproachXJSARdanddQSARdindEnvironmentaldResearchVJ2015VJaeVJfgbWhb 3.5 32

165 wowJgoodJareJpubliclyJavailableJwebJservicesJthatJpredictJbioactivityJprofilesJforJdrugJrepurposingnXJ
SARdanddQSARdindEnvironmentaldResearchVJ2017VJagVJgcbWgea 3.5 32

164 βynthesisVJantifungalJactivityJandJQβpαJstudyJofJaWarylhydroxynitroindolesXJEuropeandJournaldofd
MedicinaldChemistryVJ2011VJceVJcbfcWga 6.8 29

163
sirectionsJinJQβpαJmodelingJforJregulatoryJusesJinJOtrsJmemberJcountriesVJtUJandJinJαussiaXJ
JournaldofdEnvironmentaldSciencedanddHealthrdPartdC:dEnvironmentaldCarcinogenesisdanddEcotoxicologyd
ReviewsVJ2008VJaeVJa[]Wbe

4.5 29

162 pJnewJstatisticalJapproachJtoJpredictingJaromaticJhydroxylationJsitesXJromparisonJwithJ
modelWbasedJapproachesXJJournaldofdChemicaldInformationdanddComputerdSciencesVJ2004VJccVJ]hhgWa[[h 28

161 ïharmacologicalJandJïredictedJpctivitiesJofJ—aturalJpzoJrompoundsXJNaturaldProductsdandd
BioprospectingVJ2017VJfVJ]d]W]eh 4.9 27

160 romputerWaidedJpredictionJofJbiologicalJactivityJspectraJforJorganicJcompoundsiJtheJpossibilitiesJ
andJlimitationsXJRussiandChemicaldBulletinVJ2019VJegVJa]cbWa]dc 1.7 27
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159 QβpαJ–odelingJUsingJ’argeWβcaleJsatabasesiJraseJβtudyJforJwxVW]JαeverseJTranscriptaseJ
xnhibitorsXJJournaldofdChemicaldInformationdanddModelingVJ2015VJddVJ]bggWhh 6.1 26

158 βynthesisJandJanticancerJactivityJofJquinopimaricJandJmaleopimaricJacidsâ��JderivativesXJBioorganicd
anddMedicinaldChemistryVJ2014VJaaVJecg]Wh 3.4 25

157 αationalJdesignJofJmacrolidesJbyJvirtualJscreeningJofJcombinatorialJlibrariesJgeneratedJthroughJinJ
silicoJmanipulationJofJpolyketideJsynthasesXJJournaldofdMedicinaldChemistryVJ2006VJchVJa[ffWgf 8.3 25

156 –ultiWomicsJLupstreamJanalysisLJofJregulatoryJgenomicJregionsJhelpsJidentifyingJtargetsJagainstJ
methotrexateJresistanceJofJcolonJcancerXJEuPAdOpendProteomicsVJ2016VJ]bVJ]W]b 0.1 24

155 —aturallyJoccurringJaromaticJsteroidsJandJtheirJbiologicalJactivitiesXJApplieddMicrobiologydandd
BiotechnologyVJ2018VJ][aVJceebWcefc 5.7 23

154 αevealingJpharmacodynamicsJofJmedicinalJplantsJusingJinJsilicoJapproachiJaJcaseJstudyJwithJwetJlabJ
validationXJComputersdindBiologydanddMedicineVJ2014VJcfVJ]We 7 23

153
romparativeJanalysisJofJaminoJacidJsequencesJfromJenvelopeJproteinsJisolatedJfromJdifferentJ
hepatitisJrJvirusJvariantsiJpossibleJroleJofJconservativeJandJvariableJregionsXJJournaldofdVirald
HepatitisVJ2000VJfVJbegWfc

3.4 23

152 romputationalJplatformJWayasrugiJfromJtheJpredictionJofJbiologicalJactivityJtoJdrugJrepurposingXJ
RussiandChemicaldBulletinVJ2017VJeeVJ]gbaW]gc] 1.7 21

151 pnticonvulsantJactivityJandJacuteJneurotoxicJprofileJofJpchyranthesJasperaJ’innXJJournaldofd
EthnopharmacologyVJ2017VJa[aVJhfW][a 5 20

150
–olecularJmechanismsJofJproteinWproteinJrecognitioniJwhetherJtheJsurfaceJplacedJchargedJ
residuesJdetermineJtheJrecognitionJprocessnXJJournaldofdBiomoleculardStructuredanddDynamicsVJ2001VJ
]hVJafhWgc

3.6 20

149 ïredictionJofJreactingJatomsJforJtheJmajorJbiotransformationJreactionsJofJorganicJxenobioticsXJ
JournaldofdCheminformaticsVJ2016VJgVJeg 8.6 19

148 TheJsynthesisJandJhepatoprotectiveJactivityJofJestersJofJtheJlupaneJgroupJtriterpenoidsXJRussiand
JournaldofdBioorganicdChemistryVJ2000VJaeVJ]haWa[[ 1 19

147 ïeroxyJsteroidsJderivedJfromJplantJandJfungiJandJtheirJbiologicalJactivitiesXJApplieddMicrobiologyd
anddBiotechnologyVJ2018VJ][aVJfedfWfeef 5.7 18

146 OpenToxJpredictiveJtoxicologyJframeworkiJtoxicologicalJontologyJandJsemanticJmediaJwikiWbasedJ
OpenToxipediaXJJournaldofdBiomedicaldSemanticsVJ2012VJbJβupplJ]VJβf 2.2 18

145 romputerWaidedJrodentJcarcinogenicityJpredictionXJMutationdResearchdsdGeneticdToxicologydandd
EnvironmentaldMutagenesisVJ2005VJdgeVJ]bgWce 3 18

144 romputerWaidedJpredictionJofJxenobioticJmetabolismJinJtheJhumanJbodyXJRussiandChemicaldReviewsVJ
2016VJgdVJgdcWgfh 6.8 17

143 romputerWaidedJpredictionJofJQTWprolongationXJSARdanddQSARdindEnvironmentaldResearchVJ2008VJ]hVJg]Wh[3.5 17

142 βtructuralWuunctionalJpnalysisJofJaV]VbWqenzoxadiazolesJandJTheirJ—WoxidesJpsJwxVW]JxntegraseJ
xnhibitorsXJActadNaturaeVJ2013VJdVJebWfa 2.1 17
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141 wydroperoxyJsteroidsJandJtriterpenoidsJderivedJfromJplantJandJfungiiJOriginVJstructuresJandJ
biologicalJactivitiesXJJournaldofdSteroiddBiochemistrydanddMoleculardBiologyVJ2019VJ]h[VJfeWgf 5.1 16

140 OnlineJresourcesJforJtheJpredictionJofJbiologicalJactivityJofJorganicJcompoundsXJRussiandChemicald
BulletinVJ2016VJedVJbgcWbhb 1.7 16

139 wowJtoJpchieveJqetterJαesultsJUsingJïpββWqasedJVirtualJβcreeningiJraseJβtudyJforJzinaseJ
xnhibitorsXJFrontiersdindChemistryVJ2018VJeVJ]bb 5 16

138 sesignVJsynthesisJandJpharmacologicalJevaluationJofJnovelJvanadiumWcontainingJcomplexesJasJ
antidiabeticJagentsXJPLoSdONEVJ2014VJhVJe][[bge 3.7 16

137 uragmentWbasedJleadJdesignXJRussiandChemicaldReviewsVJ2012VJg]VJ]dgW]fc 6.8 16

136 ïredictionJofJbiologicalJactivityJprofilesJofJcyanobacterialJsecondaryJmetabolitesXJSARdanddQSARdind
EnvironmentaldResearchVJ2007VJ]gVJeahWcb 3.5 16

135 wighlyJoxygenatedJisoprenoidJlipidsJderivedJfromJfungiJandJfungalJendophytesiJOriginJandJ
biologicalJactivitiesXJSteroidsVJ2018VJ]c[VJ]]cW]ac 2.8 16

134 romputerWaidedJpredictionJandJcytotoxicityJevaluationJofJdithiocarbamatesJofJ
hV][WanthracenedioneJasJnewJanticancerJagentsXJSARdanddQSARdindEnvironmentaldResearchVJ2017VJagVJbddWbee3.5 15

133 WebJαesourcesJforJsiscoveryJandJsevelopmentJofJ—ewJ–edicinesXJPharmaceuticaldChemistryd
JournalVJ2017VJd]VJh]Whh 0.9 15

132 serivativesJofJïiperazinesJasJïotentialJTherapeuticJpgentsJforJplzheimerQsJsiseaseXJMoleculard
PharmacologyVJ2019VJhdVJbbfWbcg 4.3 15

131
αevealingJ–edicinalJïlantsJThatJpreJUsefulJforJtheJromprehensiveJ–anagementJofJtpilepsyJandJ
pssociatedJromorbiditiesJthroughJxnJβilicoJ–iningJofJTheirJïhytochemicalJsiversityXJPlantadMedicaVJ
2015VJg]VJchdWd[e

3.1 15

130 –olecularJsockingJβtudiesJofJwxVW]JαesistanceJtoJαeverseJTranscriptaseJxnhibitorsiJ–iniWαeviewXJ
MoleculesVJ2018VJabVJ 4.8 15

129 βynthesisJandJanticancerJactivityJofJaminopropoxytriterpenoidsXJMedicinaldChemistrydResearchVJ2015
VJacVJbcabWbcbe 2.2 14

128 TheJ–ethodJofJβelfWronsistentJαegressionJforJtheJQuantitativeJpnalysisJofJαelationshipsJqetweenJ
βtructureJandJïropertiesJofJrhemicalsXJPharmaceuticaldChemistrydJournalVJ2004VJbgVJa]Wac 0.9 14

127 romputerJaidedJpredictionJofJbiologicalJactivityJspectraiJevaluatingJversusJknownJandJpredictingJofJ
newJactivitiesJforJthiazoleJderivativesXJSARdanddQSARdindEnvironmentaldResearchVJ2002VJ]bVJcdfWf] 3.5 14

126 romputerJpidedJïredictingJtheJqiologicalJpctivityJβpectraJandJtxperimentalJTestingJofJ—ewJ
ThiazoleJserivativesXJQSARdanddCombinatorialdScienceVJ1999VJ]gVJ]eWad 14

125 αOβrWïrediJwebWserviceJforJrodentJorganWspecificJcarcinogenicityJpredictionXJBioinformaticsVJ2018VJ
bcVJf][Wf]a 7.2 13

124 pJQβpαJandJmolecularJmodellingJstudyJtowardsJnewJleadJfindingiJpolypharmacologicalJapproachJtoJ
–ycobacteriumJtuberculosisXJSARdanddQSARdindEnvironmentaldResearchVJ2017VJagVJg]dWgba 3.5 13

V V Poroikov

6



123 uunctionalJclassificationJofJproteinsJbasedJonJprojectionJofJaminoJacidJsequencesiJapplicationJforJ
predictionJofJproteinJkinaseJsubstratesXJBMCdBioinformaticsVJ2010VJ]]VJb]b 3.6 13

122 rYr’O—tTWWanJintegratedJdatabaseJonJcellJcycleJregulationJandJcarcinogenesisXJNucleicdAcidsd
ResearchVJ2007VJbdVJsdd[We 20.1 13

121 WhyJrelevantJchemicalJinformationJcannotJbeJexchangedJwithoutJdisclosingJstructuresXJJournaldofd
ComputersAideddMoleculardDesignVJ2005VJ]hVJf[dW]b 4.2 13

120 pntihypoxicJpctionJofJïanaxJyaponicusVJTribulusJTerrestrisJandJsioscoreaJseltoideaJrellJrulturesiJxnJ
βilicoJandJpnimalJβtudiesXJMoleculardInformaticsVJ2020VJbhVJea[[[[hb 3.8 13

119
ïharmacologicalJrepositioningJofJpchyranthesJasperaJasJanJantidepressantJusingJ
pharmacoinformaticJtoolsJïpββJandJïharmatxpertiJaJcaseJstudyJwithJwetJlabJvalidationXJSARdandd
QSARdindEnvironmentaldResearchVJ2018VJahVJehWg]

3.5 12

118 romputerJsesignJofJVaccinesiJppproachesVJβoftwareJToolsJandJxnformationalJαesourcesXJCurrentd
ComputersAideddDrugdDesignVJ2005VJ]VJa[fWaaa 1.4 12

117 ïassJ2005VJcdhWcfg 12

116 ïredictionJofJsrugWsrugJxnteractionsJαelatedJtoJxnhibitionJorJxnductionJofJsrugW–etabolizingJ
tnzymesXJCurrentdTopicsdindMedicinaldChemistryVJ2019VJ]hVJb]hWbbe 3 12

115 pJromputationalJppproachJforJtheJïredictionJofJwxVJαesistanceJqasedJonJpminoJpcidJandJ
—ucleotideJsescriptorsXJMoleculesVJ2018VJabVJ 4.8 12

114 ïredictionJandJβtudyJofJpnticonvulsantJïropertiesJofJqenzimidazoleJserivativesXJPharmaceuticald
ChemistrydJournalVJ2017VJd[VJffdWfg[ 0.9 11

113 βynthesisJandJchemoinformaticsJanalysisJofJ—WarylW˛†WalanineJderivativesXJResearchdondChemicald
IntermediatesVJ2015VJc]VJfd]fWfdc[ 2.8 11

112
xdentificationJofJdrugWinducedJmyocardialJinfarctionWrelatedJproteinJtargetsJthroughJtheJpredictionJ
ofJdrugWtargetJinteractionsJandJanalysisJofJbiologicalJprocessesXJChemicaldResearchdindToxicologyVJ
2014VJafVJ]aebWg]

4 11

111 —ovelJwxVW]JxntegraseJxnhibitorJsevelopmentJbyJVirtualJβcreeningJqasedJonJQβpαJ–odelsXJCurrentd
TopicsdindMedicinaldChemistryVJ2016VJ]eVJcc]Wg 3 11

110 tndocrineJdisruptionJprofileJanalysisJofJ]]Vc]eJchemicalsJfromJchemometricalJtoolsXJSARdanddQSARd
indEnvironmentaldResearchVJ2007VJ]gVJ]g]Whb 3.5 11

109 rhemicalJsiversityJofJβoftJroralJβteroidsJandJTheirJïharmacologicalJpctivitiesXJMarinedDrugsVJ2020VJ
]gVJ 6 11

108
ïharmacologicalJprofileJofJnaturalJandJsyntheticJcompoundsJwithJrigidJadamantaneWbasedJ
scaffoldsJasJpotentialJagentsJforJtheJtreatmentJofJneurodegenerativeJdiseasesXJBiochemicaldandd
BiophysicaldResearchdCommunicationsVJ2020VJdahVJ]aadW]ac]

3.4 11

107 —ovelJantimicrobialJagentsQJdiscoveryJamongJtheJsteroidJderivativesXJSteroidsVJ2019VJ]ccVJdaWed 2.8 11

106 ttoposideWxnducedJppoptosisJinJrancerJrellsJranJqeJαeinforcedJbyJanJUncoupledJ’inkJbetweenJ
wspf[JandJraspaseWbXJInternationaldJournaldofdMoleculardSciencesVJ2018VJ]hVJ 6.3 11

(2018-2010)
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105 romputerWaidedJdesignJandJdiscoveryJofJproteinWproteinJinteractionJinhibitorsJasJagentsJforJ
antiWwxVJtherapyXJSARdanddQSARdindEnvironmentaldResearchVJ2014VJadVJcdfWf] 3.5 10

104 ïredictionJofJmetabolitesJofJepoxidationJreactionJinJ–etaToxXJSARdanddQSARdindEnvironmentald
ResearchVJ2017VJagVJgbbWgca 3.5 10

103 —ootropicJactionJofJsomeJantihypertensiveJdrugsiJcomputerJpredictingJandJexperimentalJtestingXJ
PharmaceuticaldChemistrydJournalVJ2012VJcdVJe[dWe]] 0.9 10

102 romputerWaidedJpredictionJofJactivityJspectrumJforJsubstanceJRïpββSJsystemJevaluatedJonJaJsetJofJ
newJbiologicallyJactiveJcompoundsXJPharmaceuticaldChemistrydJournalVJ1998VJbaVJedgWeec 0.9 10

101 bWpminoWdWRindolWbWylSmethyleneWcWoxoWaWthioxothiazolidineJserivativesJasJpntimicrobialJpgentsiJ
βynthesisVJromputationalJandJqiologicalJtvaluationXJPharmaceuticalsVJ2020VJ]bVJ 5.2 10

100 xnJβilicoJxdentificationJofJïroteinsJpssociatedJwithJsrugWinducedJ’iverJxnjuryJqasedJonJtheJ
ïredictionJofJsrugWtargetJxnteractionsXJMoleculardInformaticsVJ2017VJbeVJ]e[[]ca 3.8 9

99
VirtualJscreeningJofJchemicalJcompoundsJactiveJagainstJbreastJcancerJcellJlinesJbasedJonJcellJcycleJ
modellingVJpredictionJofJcytotoxicityJandJinteractionJwithJtargetsXJSARdanddQSARdindEnvironmentald
ResearchVJ2015VJaeVJdhdWe[c

3.5 9

98 wxVJαesistanceJïredictionJtoJαeverseJTranscriptaseJxnhibitorsiJuocusJonJOpenJsataXJMoleculesVJ2018
VJabVJ 4.8 9

97 pntiqacWïrediJpJWebJppplicationJforJïredictingJpntibacterialJpctivityJofJrhemicalJrompoundsXJ
JournaldofdChemicaldInformationdanddModelingVJ2019VJdhVJcd]bWcd]g 6.1 9

96
romputerizedJïredictionVJβynthesisVJandJpntimicrobialJpctivityJofJ—ewJpminoWpcidJserivativesJofJ
aWrhloroW—WRhV][WsioxoWhV][WsihydroanthracenW]WYlSpcetamideXJPharmaceuticaldChemistrydJournalVJ
2014VJcgVJdgaWdge

0.9 9

95 romputerJevaluationJofJdrugJinteractionsJwithJïWglycoproteinXJBulletindofdExperimentaldBiologydandd
MedicineVJ2013VJ]dcVJda]Wc 0.8 9

94 βtudyJofJlocalJanestheticJactivityJofJsomeJderivativesJofJbWaminoWbenzoW[d]WisothiazoleXJSARdandd
QSARdindEnvironmentaldResearchVJ2003VJ]cVJcgdWhd 3.5 9

93 —ewJraffeicJpcidJserivativesJasJpntimicrobialJpgentsiJsesignVJβynthesisVJtvaluationJandJsockingXJ
CurrentdTopicsdindMedicinaldChemistryVJ2019VJ]hVJahaWb[c 3 9

92 romparisonJofJQuantitativeJandJQualitativeJRQSβpαJ–odelsJrreatedJforJtheJïredictionJofJzJandJxrJ
ValuesJofJpntitargetJxnhibitorsXJFrontiersdindPharmacologyVJ2018VJhVJ]]be 5.6 9

91 TriazoloJqasedWThiadiazoleJserivativesXJβynthesisVJqiologicalJtvaluationJandJ–olecularJsockingJ
βtudiesXJAntibioticsVJ2021VJ][VJ 4.9 9

90 sataJ–iningJppproachJforJtxtractionJofJUsefulJxnformationJpboutJqiologicallyJpctiveJrompoundsJ
fromJïublicationsXJJournaldofdChemicaldInformationdanddModelingVJ2019VJdhVJbebdWbecc 6.1 8

89 srugWdrugJinteractionJpredictionJusingJïpββXJSARdanddQSARdindEnvironmentaldResearchVJ2019VJb[VJeddWeec3.5 8

88 pntibacterialJactivityJofJgriseofulvinJanaloguesJasJanJexampleJofJdrugJrepurposingXJInternationald
JournaldofdAntimicrobialdAgentsVJ2020VJddVJ][dggc 14.3 8

V V Poroikov
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87 xdentificationJofJdrugJtargetsJrelatedJtoJtheJinductionJofJventricularJtachyarrhythmiaJthroughJaJ
systemsJchemicalJbiologyJapproachXJToxicologicaldSciencesVJ2015VJ]cdVJba]Wbe 4.4 8

86 xnJsilicoJmethodJforJidentificationJofJpromisingJanticancerJdrugJtargetsXJSARdanddQSARdind
EnvironmentaldResearchVJ2009VJa[VJfddWee 3.5 8

85
QuantumJchemicalJsimulationJofJcytochromeJïcd[JcatalyzedJaromaticJoxidationiJ–etabolismVJ
toxicityVJandJbiodegradationJofJbenzeneJderivativesXJInternationaldJournaldofdQuantumdChemistryVJ
2007VJ][fVJacdcWacfg

2.1 8

84 –etatoxJWJWebJapplicationJforJgenerationJofJmetabolicJpathwaysJandJtoxicityJestimationXJJournaldofd
BioinformaticsdanddComputationaldBiologyVJ2019VJ]fVJ]hc[[[] 1 8

83 ïpββWbasedJapproachJtoJpredictJwxVW]JreverseJtranscriptaseJresistanceXJJournaldofdBioinformaticsd
anddComputationaldBiologyVJ2017VJ]dVJ]ed[[c[ 1 7

82 —aturallyJoccurringJofJ˛–V˛†WdiepoxyWcontainingJcompoundsiJoriginVJstructuresVJandJbiologicalJ
activitiesXJApplieddMicrobiologydanddBiotechnologyVJ2019VJ][bVJbachWbaec 5.7 7

81 pntimicrobialJpctivityJofJ—itrogenWrontainingJdWplphaWandrostaneJserivativesiJxnJβilicoJandJ
txperimentalJβtudiesXJAntibioticsVJ2020VJhVJ 4.9 7

80
hV][WpnthraquinoneJsithiocarbamatesJasJïotentialJïharmaceuticalJβubstancesJwithJïleiotropicJ
pctionsiJromputerizedJïredictionJofJqiologicalJpctivityJandJtxperimentalJValidationXJ
PharmaceuticaldChemistrydJournalVJ2020VJdbVJh[dWh]b

0.9 7

79 xdentificationJofJpotentialJdrugJtargetsJforJtreatmentJofJrefractoryJepilepsyJusingJnetworkJ
pharmacologyXJJournaldofdBioinformaticsdanddComputationaldBiologyVJ2018VJ]eVJ]gc[[[a 1 7

78 —aturallyJoccurringJmarineJ˛–V˛†WepoxyJsteroidsiJOriginJandJbiologicalJactivitiesXJVietnamdJournaldofd
ChemistryVJ2018VJdeVJc[hWcbb 0.8 7

77 ïredictionJofJproteinJfunctionalJspecificityJwithoutJanJalignmentXJOMICSdAdJournaldofdIntegratived
BiologyVJ2006VJ][VJdeWed 3.8 7

76 romputerWaidedJpredictionJofJprodrugJactivityJusingJtheJpassJsystemXJPharmaceuticaldChemistryd
JournalVJ1996VJb[VJfe[Wfeb 0.9 7

75 xntegralJestimationJofJxenobioticsâ��JtoxicityJwithJregardJtoJtheirJmetabolismJinJhumanJorganismXJ
PuredanddApplieddChemistryVJ2017VJghVJ]cchW]cdg 2.1 7

74 ïharmacologicalJpctivitiesJofJtpithioJβteroidsXJJournaldofdPharmaceuticaldResearchdInternationalVJ
2017VJ]gVJ]W]h 2.5 7

73 ïredictionJofJïroteinW’igandJxnteractionJqasedJonJtheJïositionalJβimilarityJβcoresJserivedJfromJ
pminoJpcidJβequencesXJInternationaldJournaldofdMoleculardSciencesVJ2019VJa]VJ 6.3 7

72 sataJandJTextJ–iningJwelpJxdentifyJzeyJïroteinsJxnvolvedJinJtheJ–olecularJ–echanismsJβharedJbyJ
βpαβWroVWaJandJwxVW]XJMoleculesVJ2020VJadVJ 4.8 6

71 pJromputationalJppproachJforJtheJïredictionJofJTreatmentJwistoryJandJtheJtffectivenessJorJuailureJ
ofJpntiretroviralJTherapyXJInternationaldJournaldofdMoleculardSciencesVJ2020VJa]VJ 6.3 6

70 pntiWwxVJpgentsiJrurrentJβtatusJandJαecentJTrendsXJTopicsdindMedicinaldChemistryVJ2016VJbfWhd 0.4 6

(2016-2015)
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69 –olecularJpropertyJdiagnosticJsuiteJforJdiabetesJmellitusJR–ïsβSiJpnJintegratedJwebJportalJforJ
drugJdiscoveryJandJdrugJrepurposingXJJournaldofdBiomedicaldInformaticsVJ2018VJgdVJ]]cW]ad 10.2 6

68 ïredictionJofJproteinJpostWtranslationalJmodificationsiJmainJtrendsJandJmethodsXJRussiandChemicald
ReviewsVJ2014VJgbVJ]cbW]dc 6.8 6

67 αecognitionJofJproteinJfunctionJusingJtheJlocalJsimilarityXJJournaldofdBioinformaticsdandd
ComputationaldBiologyVJ2008VJeVJf[hWad 1 6

66 xnternetJβystemJïredictingJtheJβpectrumJofJqiologicalJpctivityJofJrhemicalJrompoundsXJ
PharmaceuticaldChemistrydJournalVJ2002VJbeVJdbgWdcb 0.9 6

65 pboutJfactorsJprovidingJtheJfastJproteinWproteinJrecognitionJinJprocessesJofJcomplexJformationXJ
JournaldofdBiomoleculardStructuredanddDynamicsVJ2003VJa]VJadfWee 3.6 6

64 romputerWpidedJsrugJsesigniJfromJsiscoveryJofJ—ovelJïharmaceuticalJpgentsJtoJβystemsJ
ïharmacologyXJBiochemistrydmMoscowndSupplementdSeriesdB:dBiomedicaldChemistryVJ2020VJ]cVJa]eWaaf 0.4 6

63 ïredictionJofJβeverityJofJsrugWsrugJxnteractionsJrausedJbyJtnzymeJxnhibitionJandJpctivationXJ
MoleculesVJ2019VJacVJ 4.8 6

62 Q—pWqasedJïredictionJofJβitesJofJ–etabolismXJMoleculesVJ2017VJaaVJ 4.8 5

61
pssessmentJofJtheJcardiovascularJadverseJeffectsJofJdrugWdrugJinteractionsJthroughJaJcombinedJ
analysisJofJspontaneousJreportsJandJpredictedJdrugWtargetJinteractionsXJPLoSdComputationald
BiologyVJ2019VJ]dVJe][[egd]

5 5

60 romputerJmodelingJofJbloodJbrainJbarrierJpermeabilityJforJphysiologicallyJactiveJcompoundsXJ
BiochemistrydmMoscowndSupplementdSeriesdB:dBiomedicaldChemistryVJ2013VJfVJhdW][f 0.4 5

59 ïostgenomicJchemistryJRxUïprJTechnicalJαeportSXJPuredanddApplieddChemistryVJ2005VJffVJ]ec]W]edc 2.1 5

58 αecentJpdvancesJinJtheJsevelopmentJofJïharmaceuticalJpgentsJforJ–etabolicJsisordersiJpJ
romputationalJïerspectiveXJCurrentdMedicinaldChemistryVJ2018VJadVJdcbaWdceb 4.3 5

57 romputerWpidedJtstimationJofJqiologicalJpctivityJïrofilesJofJsrugW’ikeJrompoundsJTakingJintoJ
pccountJTheirJ–etabolismJinJwumanJqodyXJInternationaldJournaldofdMoleculardSciencesVJ2020VJa]VJ 6.3 5

56 pntiwxVWïrediJwebWresourceJforJinJsilicoJpredictionJofJantiWwxVYpxsβJactivityXJBioinformaticsVJ2020VJ
beVJhfgWhfh 7.2 5

55 ïpββWbasedJpredictionJofJmetabolitesJdetectionJinJbiologicalJsystemsXJSARdanddQSARdind
EnvironmentaldResearchVJ2019VJb[VJfd]Wfdg 3.5 4

54 srugJαepositioningiJ—ewJOpportunitiesJforJOlderJsrugsJ2019VJbW]f 4

53 romputerJsearchJforJmolecularJmechanismsJofJulcerogenicJactionJofJnonWsteroidalJ
antiWinflammatoryJdrugsXJBiochemistrydmMoscowndSupplementdSeriesdB:dBiomedicaldChemistryVJ2013VJfVJc[Wcd0.4 4

52 –olecularJpropertyJdiagnosticJsuiteJR–ïsβSiJsevelopmentJofJdiseaseWspecificJopenJsourceJwebJ
portalsJforJdrugJdiscoveryXJSARdanddQSARdindEnvironmentaldResearchVJ2017VJagVJh]bWhae 3.5 4

V V Poroikov
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51 xnJsilicoJfragmentWbasedJdrugJdesignJusingJaJïpββJapproachXJSARdanddQSARdindEnvironmentald
ResearchVJ2012VJabVJafhWhe 3.5 4

50 βynthesisJandJantiWinflammatoryJactivityJofJethynylthiazolesXJChemistrydofdHeterocyclicdCompoundsVJ
2006VJcaVJefdWeg[ 1.4 4

49 romputerWaidedJpredictionJofJreceptorJprofileJforJdrugWlikeJcompoundsXJSARdanddQSARdind
EnvironmentaldResearchVJ2002VJ]bVJcbbWcb 3.5 4

48 xnJβilicoJïredictionJofJsrugWsrugJxnteractionsJ–ediatedJbyJrytochromeJïcd[JxsoformsXJ
PharmaceuticsVJ2021VJ]bVJ 6.4 4

47 ïhytochemicalJpnalysisJofJïolyphenolJβecondaryJ–etabolitesJinJrloudberryJRαubusJrhamaemorusJ
’XSJ’eavesXJPharmaceuticaldChemistrydJournalVJ2021VJddVJadbWadg 0.9 4

46 pntiprotozoalJandJpntitumorJpctivityJofJ—aturalJïolycyclicJtndoperoxidesiJOriginVJβtructuresJandJ
qiologicalJpctivityXJMoleculesVJ2021VJaeVJ 4.8 4

45 romputerWpidedJtstimationJofJβyntheticJrompoundsβimilarityJwithJtndogenousJqioregulationsXJ
QSARdanddCombinatorialdScienceVJ1998VJ]fVJcdhWcec 4

44 VirtualJβcreeningJforJïotentialJβubstancesJforJtheJïrophylaxisJofJwxVJxnfectionJinJ’ibrariesJofJ
rommerciallyJpvailableJOrganicJrompoundsXJPharmaceuticaldChemistrydJournalVJ2013VJcfVJbcbWbe[ 0.9 3

43 pcetylenicJpquaticJpnticancerJpgentsJandJαelatedJrompoundsXJNaturaldProductdCommunicationsVJ
2006VJ]VJ]hbcdfgX[e[[][[ 0.9 3

42
QuantitativeJαelationshipsJqetweenJβtructureJandJselayedJ—eurotoxicityJofJrhemicalsJβtudiedJbyJ
theJβelfWronsistentJαegressionJ–ethodJUsingJtheJïassJïrogramXJPharmaceuticaldChemistrydJournalVJ
2004VJbgVJ]ggW]h[

0.9 3

41 OptimizationJofJtheJsynthesisJandJpharmacologicalJcharacterizationJofJsubstancesJonJtheJbasisJofJ
computerJaidedJprognosisJofJbiologicalJactivityJspectraXJPharmaceuticaldChemistrydJournalVJ1996VJb[VJdf[Wdfb0.9 3

40 rhlorinatedJïlantJβteroidsJandJtheirJqiologicalJpctivitiesXJInternationaldJournaldofdCurrentdResearchd
indBiosciencesdanddPlantdBiologyVJ2017VJcVJf[Wgd 3.5 3

39 qiologicalJpctivitiesJofJ—itroJβteroidsXJJournaldofdPharmaceuticaldResearchdInternationalVJ2017VJ]gVJ]W]h 2.5 3

38 UsingJsystemsJmedicineJtoJidentifyJaJtherapeuticJagentJwithJpotentialJforJrepurposingJinJ
inflammatoryJbowelJdiseaseXJDMMdDiseasedModelsdanddMechanismsVJ2020VJ]bVJ 4.1 3

37 TheJβistematXJWebJïortalJofJ—aturalJïroductsiJpnJUpdateXJJournaldofdChemicaldInformationdandd
ModelingVJ2021VJe]VJad]eWadaa 6.1 3

36 rOVxsW]hiJpnalysisJofJsrugJαepositioningJïracticeXJPharmaceuticaldChemistrydJournalVJ2021VJdcVJ]Wg 0.9 3

35 romputerWpidedJXenobioticJToxicityJïredictionJTakingJintoJpccountJtheirJ–etabolismJinJtheJwumanJ
qodyXJBiochemistrydmMoscowndSupplementdSeriesdB:dBiomedicaldChemistryVJ2019VJ]bVJaagWabe 0.4 2

34 αoleJofJtheJelectrostaticJinteractionsJinJpreWorientationJofJsubunitsJinJtheJformationJofJ
proteinWproteinJcomplexesXJJournaldofdBiomoleculardStructuredanddDynamicsVJ2004VJaaVJ]]]Wg 3.6 2

(2004-2012)
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33 –odernJTrendsJinJαesearchJandJsevelopmentJofJpntiasthmaticJandJpntiallergicJsrugsXJ
PharmaceuticaldChemistrydJournalVJ2003VJbfVJahbWahf 0.9 2

32 RQSβpαJ–odelsJofJwxVW]JïroteinJxnhibitionJbyJsrugW’ikeJrompoundsXJMoleculesVJ2019VJadVJ 4.8 2

31 ïredictionJofJïroteinWligandJxnteractionJqasedJonJβequenceJβimilarityJandJ’igandJβtructuralJ
ueaturesXJInternationaldJournaldofdMoleculardSciencesVJ2020VJa]VJ 6.3 2

30 αwxVsqiJpJureelyJpccessibleJsatabaseJofJwxVJpminoJpcidJβequencesJandJrlinicalJsataJofJxnfectedJ
ïatientsXJFrontiersdindGeneticsVJ2021VJ]aVJefh[ah 4.5 2

29 pntitumorJïrofileJofJrarbonWqridgedJβteroidsJRrqβSJandJTriterpenoidsXJMarinedDrugsVJ2021VJ]hVJ 6 2

28 rhromenolJserivativesJasJ—ovelJpntifungalJpgentsiJβynthesisVJxnJβilicoJandJxnJVitroJtvaluationXJ
MoleculesVJ2021VJaeVJ 4.8 2

27 –etaïpββiJpJWebJppplicationJforJpnalyzingJtheJqiologicalJpctivityJβpectrumJofJOrganicJ
rompoundsJTakingJintoJpccountJtheirJqiotransformationXJMoleculardInformaticsVJ2021VJc[VJea[[[ab] 3.8 2

26 romputerJïredictionJofJpdverseJsrugJtffectsJonJtheJrardiovascularJβystemXJPharmaceuticald
ChemistrydJournalVJ2018VJdaVJfdgWfea 0.9 2

25 xmprovingJRQSβpαJpredictionsJbyJexaminingJbiasJinJtheJselectionJofJcompoundsJforJexperimentalJ
testingXJSARdanddQSARdindEnvironmentaldResearchVJ2019VJb[VJfdhWffb 3.5 1

24
xnvestigationJofJtheJstructureJandJpredictionJofJtheJbiologicalJactivityJofJ
]VbWbisRbWcyanoWeVeWdimethylWJaWoxoWdVeWdihydroWawWpyranWcWylSWJaWRcWmethoxyphenylSpropaneTXJ
ChemistrydofdHeterocyclicdCompoundsVJ2009VJcdVJdb]Wdbd

1.4 1

23 romputerWassistedJsearchJandJoptimizationJofJnewJhumanJimmunodeficiencyJvirusJintegraseJ
inhibitorsXJBiochemistrydmMoscowndSupplementdSeriesdB:dBiomedicaldChemistryVJ2010VJcVJdhWef 0.4 1

22 QuantitativeJstructureWactivityJrelationshipsJofJcyclinWdependentJkinaseJ]JinhibitorsXJBiochemistryd
mMoscowndSupplementdSeriesdB:dBiomedicaldChemistryVJ2007VJ]VJ]fWag 0.4 1

21 xntegraseJxnhibitorsiJïossibleJuutureJofJpntiWwxVYpidsJTherapyJRpJαeviewSXJPharmaceuticaldChemistryd
JournalVJ2002VJbeVJdfdWdg[ 0.9 1

20 WhatJuorcesJranJsetermineJtheJuormationJofJwighlyJβpecificJïroteinâ��ïroteinJromplexesnXJ
MoleculardBiologyVJ2003VJbfVJ]cgW]dd 1.2 1

19 romputerWpidedJβearchJforJïotentialJsrugsJtxhibitingJaJrombinedJpntihypertensiveJtffectXJ
PharmaceuticaldChemistrydJournalVJ2001VJbdVJbfdWbg] 0.9 1

18 romputerJpredictionJofJbiologicalJactivityJspectraJforJlowWmolecularJpeptidesJandJpeptidomimeticsXJ
RussiandJournaldofdBioorganicdChemistryVJ2000VJaeVJahfWb[d 1 1

17 rurrentJandJfutureJuseJofJumifenovirJinJpatientsJwithJrOVxsW]hXJKachestvennayadKlinicheskayad
PraktikaVJ2020VJfdWg[ 0.4 1

16 UsingJsystemsJmedicineJtoJidentifyJaJtherapeuticJagentJwithJpotentialJforJrepurposingJinJ
xnflammatoryJqowelJsisease 1

V V Poroikov
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15
rapacitiesJofJcomputerJevaluationJofJhiddenJpotentialJofJphytochemicalsJofJmedicinalJplantsJofJtheJ
traditionalJxndianJpyurvedicJmedicineXJBiochemistrydmMoscowndSupplementdSeriesdB:dBiomedicald
ChemistryVJ2016VJ][VJcbWdc

0.4 1

14 –olecularJdescriptorJanalysisJofJapprovedJdrugsJusingJunsupervisedJlearningJforJdrugJrepurposingXJ
ComputersdindBiologydanddMedicineVJ2021VJ]bgVJ][cgde 7 1

13
pJïotentialJ–ethodJforJβtandardizationJofJ–ultiphytoadaptogeniJTandemJ–assJβpectrometryJforJ
pnalysisJofJqiologicallyJpctiveJβubstancesJfromJαhodiolaJroseaXJPharmaceuticaldChemistrydJournalVJ
2022VJdeVJfgWgc

0.9 1

12
ïossibilitiesJofJinJβilicoJtstimationsJforJtheJsevelopmentJofJtheJïharmaceuticalJrompositionJ
ïhytoladaptogeneJrytotoxicJforJqladderJrancerJrellsXJBiochemistrydmMoscowndSupplementdSeriesdB:d
BiomedicaldChemistryVJ2021VJ]dVJah[Wb[[

0.4 0

11 –achineJ’earningJ–ethodsJinJpntiviralJsrugJsiscoveryXJTopicsdindMedicinaldChemistryVJ2021VJacdWafh 0.4 0

10 putomatedJtxtractionJofJxnformationJuromJTextsJofJβcientificJïublicationsiJxnsightsJxntoJwxVJ
TreatmentJβtrategiesXJFrontiersdindGeneticsVJ2020VJ]]VJe]ggea 4.5 0

9 txtractionJofJsataJonJïarentJrompoundsJandJTheirJ–etabolitesJfromJTextsJofJβcientificJpbstractsXJ
JournaldofdChemicaldInformationdanddModelingVJ2021VJe]VJ]egbW]eh[ 6.1 0

8 TheJmethodJpredictingJinteractionJbetweenJproteinJtargetsJandJsmallWmolecularJligandsJwithJtheJ
wideJapplicabilityJdomainXXJComputationaldBiologydanddChemistryVJ2022VJhgVJ][fefc 3.6 0

7 romputerWaidedJdiscoveryJofJpleiotropicJeffectsiJpntiWinflammatoryJactionJofJ
dithioloquinolinethionesJasJaJcaseJstudyXXJSARdanddQSARdindEnvironmentaldResearchVJ2022VJ]W]d 3.5 0

6 –appingJofJtheJactiveJsiteJofJalcoholJdehydrogenaseJwithJlowWmolecularJligandsXJRussiandJournaldofd
BioorganicdChemistryVJ2000VJaeVJ]dfW]eb 1

5 pJpossibleJmechanismJofJprobucolJandJcholesterolJinteractionXJPharmaceuticaldChemistrydJournalVJ
1995VJahVJbhdWbhf 0.9

4 OnJtheJcreationJofJaJrussianJsectionJofJtheJinternationalJquantitativeJstructureJâ��JpctivityJ
relationshipJRQβpαSJandJmodelingJsocietyXJPharmaceuticaldChemistrydJournalVJ1996VJb[VJeeaWeeb 0.9

3 αationaleJforJuseJmefloquineJforJrOVxsW]hJtreatmentXJKachestvennayadKlinicheskayadPraktikaVJ2020
VJ][bW][d 0.4

2 romputerJpssessmentJofJtheJXenobioticJ–etabolitesJuormationâ��sJïrobabilityJinJtheJwumanJqodyXJ
BiophysicsdmRussiandFederationnVJ2020VJedVJ][abW][ah 0.7

1 putomaticJαecognitionJofJrhemicalJtntityJ–entionsJinJTextsJofJβcientificJïublicationsXJAutomaticd
DocumentationdanddMathematicaldLinguisticsVJ2020VJdcVJb[eWb]d 0.6
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