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232 αheItransformationalIroleIofItPβIcomputingIandIdeepIlearningIinIdrugIdiscoveryWINaturefMachinef
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otherIqrugsIasIpandidatesIforI”epurposingIagainstI–n”–VpoγV[WIMolecularfInformaticsUI2021UIaYUIe[YYYZZ]3.8 33

223 PredV–kingInIWebIPortalIforInccurateIPredictionIofIuumanI–kinI–ensitizersWIChemicalfResearchfinf
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218 nIcriticalIoverviewIofIcomputationalIapproachesIemployedIforIpOγvqVZfIdrugIdiscoveryWIChemicalf
SocietyfReviewsUI2021UIbYUIfZ[ZVfZbZ 58.5 36
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8.3 9
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211 γisualizationIrnvironmentIforIsederatedIxnowledgeItraphsgIqevelopmentIofIanIvnteractiveI
oiomedicalI“ueryIyanguageIandIWebInpplicationIvnterfaceWIJMIRfMedicalfInformaticsUI2020UIeUIeZdfca 3.6 4

210 ”ecentIprogressIonIcheminformaticsIapproachesItoIepigeneticIdrugIdiscoveryWIDrugfDiscoveryf
TodayUI2020UI[bUI[[ceV[[dc 8.8 14
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nnIatypicalIheterotrimericIt˛–IproteinIhasIsubstantiallyIreducedInucleotideIbindingIbutIretainsI
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BiomolecularfStructurefandfDynamicsUI2020UI]eUIb[YaVb[Ze

3.6 7
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[bUIZcYaVZcZ] 8.8 10

206 –pnzIqetectivegInccurateIPredictorIofI–mallUIpolloidallyInggregatingIzoleculesWIJournalfoff
ChemicalfInformationfandfModelingUI2020UIcYUIaYbcVaYc] 6.1 10

205 nIsemanticIsimilarityIbasedImethodologyIforIpredictingIproteinVproteinIinteractionsgIrvaluationI
withIPb]VinteractingIkinasesWIJournalfoffBiomedicalfInformaticsUI2020UIZZZUIZY]bdf 10.2

204 αheIvnorganicIprystalI–tructureIqatabaseIQvp–qRgInIαoolIforIzaterialsI–ciencesI2019UIaZVba 2

203 sromIαopologicalIqescriptorsItoIrxpertI–ystemsgInI”outeItoIPredictableIzaterialsI2019UIZYdVZad 2

202 zachineIyearningIvnteratomicIPotentialsIforItlobalIOptimizationIandIzolecularIqynamicsI
–imulationI2019UI[b]V[ee 2
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nInovelIapproachIforIexposingIandIsharingIclinicalIdatagItheIαranslatorIvntegratedIplinicalIandI
rnvironmentalIrxposuresI–erviceWIJournalfoffthefAmericanfMedicalfInformaticsfAssociation:fJAMIAUI
2019UI[cUIZYcaVZYd]

8.6 12

199 “uantitativeI–tructureVPriceI”elationshipIQ“–M”RIzodelingIandItheIqevelopmentIofIrconomicallyI
seasibleIqrugIqiscoveryIProjectsWIJournalfoffChemicalfInformationfandfModelingUI2019UIbfUIZ]YcVZ]Z] 6.1 3

198 ”OoOxOPgIanIabstractionIlayerIandIuserIinterfaceIforIknowledgeIgraphsItoIsupportIquestionI
answeringWIBioinformaticsUI2019UI]bUIb]e[Vb]ea 7.2 14

197 zodelingIzaterialsI“uantumIPropertiesIwithIzachineIyearningI2019UIZdZVZdf 1

196 prystallographyIOpenIqatabasegIuistoryUIqevelopmentUIandIPerspectivesI2019UIZV]f 1

195 PaulingIsilegIαowardIaIuolisticIγiewI2019UIbbVZYc 5

194 pognitiveIphemistrygIαheIzarriageIofIzachineIyearningIandIphemistryItoInccelerateIzaterialsI
qiscoveryI2019UI[[]V[bZ

193 nutomatedIpomputationIofIzaterialsIPropertiesI2019UIZeZV[[[ 1

192 nIuighVαhroughputIpomputationalI–tudyIqrivenIbyItheIniiqnIzaterialsIvnformaticsIsrameworkIandI
theIPnβyv†tIsvyrIasI”eferenceIqatabaseI2019UIZafVZdY 1

191 vnterVzodularIyinkersIplayIaIcrucialIroleIinIgoverningItheIbiosynthesisIofInonVribosomalIpeptidesWI
BioinformaticsUI2019UI]bUI]beaV]bfZ 7.2 5

190 ”OoOxOPIxtIandIxtogIvntegratedIxnowledgeItraphsIfromIsederatedI–ourcesWIJournalfoffChemicalf
InformationfandfModelingUI2019UIbfUIafceVafd] 6.1 10
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OyIγeyJInIpommentIonIKzachineIyearningIofIαoxicologicalIoigIqataIrnablesI”eadVncrossI–tructureI
nctivityI”elationshipsIOutperformingInnimalIαestI”eproducibilityKWIToxicologicalfSciencesUI2019UI
ZcdUI]Va

4.4 11

188 βncommonIqataI–ourcesIforI“–n”IzodelingI2018UI]fbVaY]

187 pomputerVnidedIqiscoveryIandIpharacterizationIofI†ovelIrbolaIγirusIvnhibitorsWIJournalfoff
MedicinalfChemistryUI2018UIcZUI]be[V]bfa 8.3 21

186 nIPerspectiveIandIaI†ewIvntegratedIpomputationalI–trategyIforI–kinI–ensitizationInssessmentWIACSf
SustainablefChemistryfandfEngineeringUI2018UIcUI[eabV[ebf 8.3 20

185 pomputationalIαoolsIforInqzrαIProfilingI2018UI[ZZV[aa 1

184 nIbibliometricIreviewIofIdrugIrepurposingWIDrugfDiscoveryfTodayUI2018UI[]UIccZVcd[ 8.8 115

183 phemotextgInIPubliclyInvailableIWebI–erverIforIziningIqrugVαargetVqiseaseI”elationshipsIinI
PubzedWIJournalfoffChemicalfInformationfandfModelingUI2018UIbeUI[Z[V[Ze 6.1 19
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182
phemicalItoxicityIpredictionIforImajorIclassesIofIindustrialIchemicalsgIvsIitIpossibleItoIdevelopI
universalImodelsIcoveringIcosmeticsUIdrugsUIandIpesticideslWIFoodfandfChemicalfToxicologyUI2018UI
ZZ[UIb[cVb]a

4.7 29

181 qeepIreinforcementIlearningIforIdeInovoIdrugIdesignWISciencefAdvancesUI2018UIaUIeaapdeeb 14.3 401

180 PredictingIndverseIqrugIrffectsIfromIyiteratureVIandIqatabaseVzinedInssertionsWIDrugfSafetyUI
2018UIaZUIZYbfVZYd[ 5.1 2

179 “uantitativeIhighVthroughputIphenotypicIscreeningIofIpediatricIcancerIcellIlinesIidentifiesImultipleI
opportunitiesIforIdrugIrepurposingWIOncotargetUI2018UIfUIadbeVadd[ 3.3 9

178 ponditionalIαoxicityIγalueIQpαγRIPredictorgInnInpproachIforIteneratingI“uantitativeI”iskIrstimatesI
forIphemicalsWIEnvironmentalfHealthfPerspectivesUI2018UIZ[cUIYbdYYe 8.4 30

177 phemistryVWideInssociationI–tudiesIQpWn–RgInI†ovelIsrameworkIforIvdentifyingIandIvnterpretingI
–tructureVnctivityI”elationshipsWIJournalfoffChemicalfInformationfandfModelingUI2018UIbeUI[[Y]V[[Z] 6.1 4
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zultiVqescriptorI”eadIncrossIQzuq”nRgInI–impleIandIαransparentInpproachIforIqevelopingI
nccurateI“uantitativeI–tructureVnctivityI”elationshipIzodelsWIJournalfoffChemicalfInformationfandf
ModelingUI2018UIbeUIZ[ZaVZ[[]

6.1 27

175 nsyOWVzygInI”r–αfulInPvIforImachineVlearningIpredictionsIofImaterialsIpropertiesWIComputationalf
MaterialsfScienceUI2018UIZb[UIZ]aVZab 3.2 51

174 phembenchgInIPubliclyInccessibleUIvntegratedIpheminformaticsIPortalWIJournalfoffChemicalf
InformationfandfModelingUI2017UIbdUIZYbVZYe 6.1 32

173 †ewIdrugIcandidatesIforIliposomalIdeliveryIidentifiedIbyIcomputerImodelingIofIliposomesPIremoteI
loadingIandIleakageWIJournalfoffControlledfReleaseUI2017UI[b[UIZeV[d 11.7 37

172 PhantomIPnv†–gIProblemsIwithItheIβtilityIofInlertsIforIPanVnssayIv†terferenceIpompound–WI
JournalfoffChemicalfInformationfandfModelingUI2017UIbdUIaZdVa[d 6.1 152

171 PredictiveI“–n”IzodelinggIzethodsIandInpplicationsIinIqrugIqiscoveryIandIphemicalI”iskI
nssessmentI2017UI[]Y]V[]aY 9

170 PredV–kingInIsastIandI”eliableIWebInpplicationItoInssessI–kinI–ensitizationIrffectIofIphemicalsWI
JournalfoffChemicalfInformationfandfModelingUI2017UIbdUIZYZ]VZYZd 6.1 49

169 ”eproducibilityUIsharingIandIprogressIinInanomaterialIdatabasesWINaturefNanotechnologyUI2017UIZ[UIZZZZVZZZa28.7 29

168 PublicIQ“R–n”I–ervicesUIvntegratedIzodelingIrnvironmentsUIandIzodelI”epositoriesIonItheIWebgI
–tateIofItheInrtIandIPerspectivesIforIsutureIqevelopmentWIMolecularfInformaticsUI2017UI]cUIZcYYYe[ 3.8 29

167 βniversalIfragmentIdescriptorsIforIpredictingIpropertiesIofIinorganicIcrystalsWINaturef
CommunicationsUI2017UIeUIZbcdf 17.4 289

166 pomputerVnssistedIqecisionI–upportIforI–tudentIndmissionsIoasedIonIαheirIPredictedIncademicI
PerformanceWIAmericanfJournalfoffPharmaceuticalfEducationUI2017UIeZUIac 2.5 12

165 nctivityIpredictionIandIidentificationIofImisVannotatedIchemicalIcompoundsIusingIextremeI
descriptorsWIJournalfoffChemometricsUI2016UI]YUIffVZYe 1.6 2
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164 αrustUIbutIγerifyIvvgInIPracticalItuideItoIphemogenomicsIqataIpurationWIJournalfoffChemicalf
InformationfandfModelingUI2016UIbcUIZ[a]Vb[ 6.1 152

163 nlarmsIaboutIstructuralIalertsWIGreenfChemistryUI2016UIZeUIa]aeVa]cY 10 72

162 “–n”IzodelingIandIPredictionIofIqrugVqrugIvnteractionsWIMolecularfPharmaceuticsUI2016UIZ]UIbabVbc 5.6 37

161 pomputerVaidedIdesignIofIcarbonInanotubesIwithItheIdesiredIbioactivityIandIsafetyIprofilesWI
NanotoxicologyUI2016UIZYUI]daVe] 5.3 24

160 pheminformaticsVaidedIpharmacovigilancegIapplicationItoI–tevensVwohnsonI–yndromeWIJournalfoff
thefAmericanfMedicalfInformaticsfAssociation:fJAMIAUI2016UI[]UIfceVde 8.6 11

159 PredictiveI“–n”IzodelinggIzethodsIandInpplicationsIinIqrugIqiscoveryIandIphemicalI”iskI
nssessmentI2016UIZVae 3

158 PredictiveI“–n”IzodelinggIzethodsIandInpplicationsIinIqrugIqiscoveryIandIphemicalI”iskI
nssessmentI2016UIZV]e 2

157 pr”nPPgIpollaborativeIrstrogenI”eceptorInctivityIPredictionIProjectWIEnvironmentalfHealthf
PerspectivesUI2016UIZ[aUIZY[]V]] 8.4 206

156 “–n”IzodelingIofIαox[ZIphallengeI–tressI”esponseIandI†uclearI”eceptorI–ignalingIαoxicityI
nssaysWIFrontiersfinfEnvironmentalfScienceUI2016UIaUI 4.8 42

155 zaterialIinformaticsIdrivenIdesignIandIexperimentalIvalidationIofIleadItitanateIasIanIaqueousIsolarI
photocathodeWIMaterialsfDiscoveryUI2016UIcUIfVZc 21
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qockingIandI–coringIwithIαargetV–pecificIPoseIplassifierI–ucceedsIinI†ativeVyikeIPoseIvdentificationI
outI†otIoindingInffinityIPredictionIinItheIp–n”I[YZaIoenchmarkIrxerciseWIJournalfoffChemicalf
InformationfandfModelingUI2016UIbcUIZY][VaZ

6.1 14

153 “–n”ImodelsIofIhumanIdataIcanIenrichIorIreplaceIyy†nItestingIforIhumanIskinIsensitizationWIGreenf
ChemistryUI2016UIZeUIcbYZVcbZb 10 28

152 pomparativeInnalysisIofI“–n”VbasedIvsWIphemicalI–imilarityIoasedIPredictorsIofItPp”sIoindingI
nffinityWIMolecularfInformaticsUI2016UI]bUI]cVaZ 3.8 15

151 purationIofIchemogenomicsIdataWINaturefChemicalfBiologyUI2015UIZZUIb]b 11.7 118

150 αargetVspecificInativeXdecoyIposeIclassifierIimprovesItheIaccuracyIofIligandIrankingIinItheIp–n”I
[YZ]IbenchmarkWIJournalfoffChemicalfInformationfandfModelingUI2015UIbbUIc]VdZ 6.1 14

149 zaterialsIpartographygI”epresentingIandIziningIzaterialsI–paceIβsingI–tructuralIandIrlectronicI
singerprintsWIChemistryfoffMaterialsUI2015UI[dUId]bVda] 9.6 172

148 PredVhr”tgInI†ovelIwebVnccessibleIpomputationalIαoolIforIPredictingIpardiacIαoxicityWIMolecularf
InformaticsUI2015UI]aUIcfeVdYZ 3.8 90

147 qrugI–ideIrffectIProfilesIasIzolecularIqescriptorsIforIPredictiveIzodelingIofIαargetIoioactivityWI
MolecularfInformaticsUI2015UI]aUIZcYVdY 3.8 5
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146
PredictingIchemicallyVinducedIskinIreactionsWIPartIvvgI“–n”ImodelsIofIskinIpermeabilityIandItheI
relationshipsIbetweenIskinIpermeabilityIandIskinIsensitizationWIToxicologyfandfAppliedf
PharmacologyUI2015UI[eaUI[d]VeY

4.6 41

145
PredictingIchemicallyVinducedIskinIreactionsWIPartIvgI“–n”ImodelsIofIskinIsensitizationIandItheirI
applicationItoIidentifyIpotentiallyIhazardousIcompoundsWIToxicologyfandfAppliedfPharmacologyUI
2015UI[eaUI[c[Vd[

4.6 50

144 pomputerVaidedIdesignIofIliposomalIdrugsgIvnIsilicoIpredictionIandIexperimentalIvalidationIofIdrugI
candidatesIforIliposomalIremoteIloadingWIJournalfoffControlledfReleaseUI2014UIZd]UIZ[bV]Z 11.7 29

143 “–n”ImodelinggIwhereIhaveIyouIbeenlIWhereIareIyouIgoingItolWIJournalfoffMedicinalfChemistryUI
2014UIbdUIafddVbYZY 8.3 996

142 qataIsetImodelabilityIbyI“–n”WIJournalfoffChemicalfInformationfandfModelingUI2014UIbaUIZVa 6.1 72

141 rxpandingItheIscopeIofIdrugIrepurposingIinIpediatricsgItheIphildrenPsIPharmacyIpollaborativeWIDrugf
DiscoveryfTodayUI2014UIZfUIZcfcVZcfe 8.8 17

140
αheIqevelopmentIofI†ovelIphemicalIsragmentVoasedIqescriptorsIβsingIsrequentIpommonI
–ubgraphIziningInpproachIandIαheirInpplicationIinI“–n”IzodelingWIMolecularfInformaticsUI2014UI
]]UI[YZVZb

3.8 3

139 PredictionIofIbindingIaffinityIandIefficacyIofIthyroidIhormoneIreceptorIligandsIusingI“–n”IandI
structureVbasedImodelingImethodsWIToxicologyfandfAppliedfPharmacologyUI2014UI[eYUIZddVef 4.6 23

138
npplicationIofIquantitativeIstructureVactivityIrelationshipImodelsIofIbVuαZnIreceptorIbindingItoI
virtualIscreeningIidentifiesInovelIandIpotentIbVuαZnIligandsWIJournalfoffChemicalfInformationfandf
ModelingUI2014UIbaUIc]aVad

6.1 18

137 phemicalIbasisIofIinteractionsIbetweenIengineeredInanoparticlesIandIbiologicalIsystemsWIChemicalf
ReviewsUI2014UIZZaUIddaYVeZ 68.1 398

136 PvαPsIasItargetsIforIselectivelyIinterferingIwithIphosphoinositideIsignalingIinIcellsWINaturefChemicalf
BiologyUI2014UIZYUIdcVea 11.7 27

135 plozapineVinducedIagranulocytosisIisIassociatedIwithIrareIuynVq“oZIandIuynVoIallelesWINaturef
CommunicationsUI2014UIbUIadbd 17.4 118

134 –hortIcommunicationgIcheminformaticsIanalysisItoIidentifyIpredictorsIofIantiviralIdrugIpenetrationI
intoItheIfemaleIgenitalItractWIAIDSfResearchfandfHumanfRetrovirusesUI2014UI]YUIZYbeVca 1.6 12

133 vntegrativeIapproachesIforIpredictingIinIvivoIeffectsIofIchemicalsIfromItheirIstructuralIdescriptorsI
andItheIresultsIofIshortVtermIbiologicalIassaysWICurrentfTopicsfinfMedicinalfChemistryUI2014UIZaUIZ]bcVca 3 14

132 αuningIur”tIoutgIantitargetI“–n”ImodelsIforIdrugIdevelopmentWICurrentfTopicsfinfMedicinalf
ChemistryUI2014UIZaUIZ]ffVaZb 3 63

131 PredictingIbindingIaffinityIofIp–n”IligandsIusingIbothIstructureVbasedIandIligandVbasedI
approachesWIJournalfoffChemicalfInformationfandfModelingUI2013UIb]UIZfZbV[[ 6.1 20

130 vdentificationIofIputativeIestrogenIreceptorVmediatedIendocrineIdisruptingIchemicalsIusingI“–n”VI
andIstructureVbasedIvirtualIscreeningIapproachesWIToxicologyfandfAppliedfPharmacologyUI2013UI[d[UIcdVdc4.6 65

129 nnIupdatedIreviewIonIdrugVinducedIcholestasisgImechanismsIandIinvestigationIofIphysicochemicalI
propertiesIandIpharmacokineticIparametersWIJournalfoffPharmaceuticalfSciencesUI2013UIZY[UI]Y]dVbd 3.9 80
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128 uumanIintestinalItransporterIdatabasegI“–n”ImodelingIandIvirtualIprofilingIofIdrugIuptakeUIeffluxI
andIinteractionsWIPharmaceuticalfResearchUI2013UI]YUIffcVZYYd 4.5 65

127
nIsystemsIchemicalIbiologyIstudyIofImalateIsynthaseIandIisocitrateIlyaseIinhibitionIinI
zycobacteriumItuberculosisIduringIactiveIandI†”PIgrowthWIComputationalfBiologyfandfChemistryUI
2013UIadUIZcdVeY

3.6 14

126 vntegrativeIchemicalVbiologicalIreadVacrossIapproachIforIchemicalIhazardIclassificationWIChemicalf
ResearchfinfToxicologyUI2013UI[cUIZZffV[Ye 4 83

125 qiscoveryIofInovelIantimalarialIcompoundsIenabledIbyI“–n”VbasedIvirtualIscreeningWIJournalfoff
ChemicalfInformationfandfModelingUI2013UIb]UIadbVf[ 6.1 61

124 αheIuseIofIpseudoVequilibriumIconstantIaffordsIimprovedI“–n”ImodelsIofIhumanIplasmaIproteinI
bindingWIPharmaceuticalfResearchUI2013UI]YUIZdfYVe 4.5 33

123 βsingItraphIvndicesIforItheInnalysisIandIpomparisonIofIphemicalIqatasetsWIMolecularfInformaticsUI
2013UI][UIe[dVa[ 3.8 15

122 “uantitativeIstructureVpropertyIrelationshipImodelingIofIremoteIliposomeIloadingIofIdrugsWI
JournalfoffControlledfReleaseUI2012UIZcYUIZadVbd 11.7 62

121 PredictiveImodelingIofIchemicalIhazardIbyIintegratingInumericalIdescriptorsIofIchemicalIstructuresI
andIshortVtermItoxicityIassayIdataWIToxicologicalfSciencesUI2012UIZ[dUIZVf 4.4 57

120 qoesIrationalIselectionIofItrainingIandItestIsetsIimproveItheIoutcomeIofI“–n”ImodelinglWIJournalf
offChemicalfInformationfandfModelingUI2012UIb[UI[bdYVe 6.1 169

119 qiscreteImolecularIdynamicsIdistinguishesInativelikeIbindingIposesIfromIdecoysIinIdifficultItargetsWI
BiophysicalfJournalUI2012UIZY[UIZaaVbZ 2.9 28

118 qoIcrystalIstructuresIobviateItheIneedIforItheoreticalImodelsIofItPp”sIforIstructureVbasedIvirtualI
screeninglWIProteins:fStructureufFunctionfandfBioinformaticsUI2012UIeYUIZbY]V[Z 4.2 26

117
–coringIproteinIinteractionIdecoysIusingIexposedIresiduesIQ–Pvqr”RgIaInovelImultibodyIinteractionI
scoringIfunctionIbasedIonIfrequentIgeometricIpatternsIofIinterfacialIresiduesWIProteins:fStructureuf
FunctionfandfBioinformaticsUI2012UIeYUI[[YdVZd

4.2 36

116 PredictiveI“–n”IzodelinggIzethodsIandInpplicationsIinIqrugIqiscoveryIandIphemicalI”iskI
nssessmentI2012UIZ]YfVZ]a[ 10

115
phemocentricIinformaticsIapproachItoIdrugIdiscoverygIidentificationIandIexperimentalIvalidationIofI
selectiveIestrogenIreceptorImodulatorsIasIligandsIofIbVhydroxytryptamineVcIreceptorsIandIasI
potentialIcognitionIenhancersWIJournalfoffMedicinalfChemistryUI2012UIbbUIbdYaVZf

8.3 33

114
pheminformaticsImeetsImolecularImechanicsgIaIcombinedIapplicationIofIknowledgeVbasedIposeI
scoringIandIphysicalIforceIfieldVbasedIhitIscoringIfunctionsIimprovesItheIaccuracyIofI
structureVbasedIvirtualIscreeningWIJournalfoffChemicalfInformationfandfModelingUI2012UIb[UIZcV[e

6.1 32

113 “uantitativeIhighVthroughputIscreeningIforIchemicalItoxicityIinIaIpopulationVbasedIinIvitroImodelWI
ToxicologicalfSciencesUI2012UIZ[cUIbdeVee 4.4 35

112 ”ecentItrendsIinIstatisticalI“–n”ImodelingIofIenvironmentalIchemicalItoxicityWIExsUI2012UIZYZUI]eZVaZZ 8

111 PredictingIdrugVinducedIhepatotoxicityIusingI“–n”IandItoxicogenomicsIapproachesWIChemicalf
ResearchfinfToxicologyUI2011UI[aUIZ[bZVc[ 4 156
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110
pombinedIapplicationIofIcheminformaticsVIandIphysicalIforceIfieldVbasedIscoringIfunctionsI
improvesIbindingIaffinityIpredictionIforIp–n”IdataIsetsWIJournalfoffChemicalfInformationfandf
ModelingUI2011UIbZUI[Y[dV]b

6.1 23

109 pommunityVwideIassessmentIofIproteinVinterfaceImodelingIsuggestsIimprovementsItoIdesignI
methodologyWIJournalfoffMolecularfBiologyUI2011UIaZaUI[efV]Y[ 6.5 114

108 yOpnyIxr”†ryIpn†O†vpnyIpO””rynαvO†In†nyY–v–IWvαuInPPyvpnαvO†IαOIγv”αβnyIq”βtI
–p”rr†v†tWIAnnalsfoffAppliedfStatisticsUI2011UIbUI[ZcfV[Zfc 2.1 9

107
rxploringIquantitativeInanostructureVactivityIrelationshipsIQ“†n”RImodelingIasIaItoolIforI
predictingIbiologicalIeffectsIofImanufacturedInanoparticlesWICombinatorialfChemistryfandfHighf
ThroughputfScreeningUI2011UIZaUI[ZdV[b

1.3 71

106 βseIofIinIvitroIuα–VderivedIconcentrationVresponseIdataIasIbiologicalIdescriptorsIimprovesItheI
accuracyIofI“–n”ImodelsIofIinIvivoItoxicityWIEnvironmentalfHealthfPerspectivesUI2011UIZZfUI]caVdY 8.4 88

105 qevelopmentIofIk††I“–n”IzodelsIforI]VnrylisoquinolineInntitumorIngentsWIBulletinfoffthefKoreanf
ChemicalfSocietyUI2011UI][UI[]fdV[aYa 1.2 24

104 phembenchgIaIcheminformaticsIworkbenchWIBioinformaticsUI2010UI[cUI]YYYVZ 7.2 65

103 αrustUIbutIverifygIonItheIimportanceIofIchemicalIstructureIcurationIinIcheminformaticsIandI“–n”I
modelingIresearchWIJournalfoffChemicalfInformationfandfModelingUI2010UIbYUIZZefV[Ya 6.1 474

102
qevelopmentUIvalidationUIandIuseIofIquantitativeIstructureVactivityIrelationshipImodelsIofI
bVhydroxytryptamineIQ[oRIreceptorIligandsItoIidentifyInovelIreceptorIbindersIandIputativeI
valvulopathicIcompoundsIamongIcommonIdrugsWIJournalfoffMedicinalfChemistryUI2010UIb]UIdbd]Vec

8.3 32

101 “uantitativeInanostructureVactivityIrelationshipImodelingWIACSfNanoUI2010UIaUIbdY]VZ[ 16.7 291

100 zodelingIliverVrelatedIadverseIeffectsIofIdrugsIusingIknearestIneighborIquantitativeI
structureVactivityIrelationshipImethodWIChemicalfResearchfinfToxicologyUI2010UI[]UId[aV][ 4 88

99 ”ecentIndvancesIinIqevelopmentUIγalidationUIandIrxploitationIofI“–n”IzodelsI2010UIbYbVb]a 6

98 pheminformaticsIanalysisIofIassertionsIminedIfromIliteratureIthatIdescribeIdrugVinducedIliverI
injuryIinIdifferentIspeciesWIChemicalfResearchfinfToxicologyUI2010UI[]UIZdZVe] 4 102

97 npplicabilityIdomainsIforIclassificationIproblemsgIoenchmarkingIofIdistanceItoImodelsIforInmesI
mutagenicityIsetWIJournalfoffChemicalfInformationfandfModelingUI2010UIbYUI[YfaVZZZ 6.1 169

96 sunctionalIneighborsgIinferringIrelationshipsIbetweenInonhomologousIproteinIfamiliesIusingI
familyVspecificIpackingImotifsWIIEEEfTransactionsfonfInformationfTechnologyfinfBiomedicineUI2010UIZaUIZZ]dVa] 7

95 oestIPracticesIforI“–n”IzodelIqevelopmentUIγalidationUIandIrxploitationWIMolecularfInformaticsUI
2010UI[fUIadcVee 3.8 1041

94 nInovelItwoVstepIhierarchicalIquantitativeIstructureVactivityIrelationshipImodelingIworkIflowIforI
predictingIacuteItoxicityIofIchemicalsIinIrodentsWIEnvironmentalfHealthfPerspectivesUI2009UIZZdUIZ[bdVca 8.4 55

93 nIturningIpointIforIbloodVbrainIbarrierImodelingWIPharmaceuticalfResearchUI2009UI[cUIZ[e]Va 4.5 9

(2009-2011)
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92
qiscoveryIofIgeranylgeranyltransferaseVvIinhibitorsIwithInovelIscaffoldsIbyItheImeansIofI
quantitativeIstructureVactivityIrelationshipImodelingUIvirtualIscreeningUIandIexperimentalI
validationWIJournalfoffMedicinalfChemistryUI2009UIb[UIa[ZYV[Y

8.3 32

91 “uantitativeIstructureVactivityIrelationshipImodelingIofIratIacuteItoxicityIbyIoralIexposureWI
ChemicalfResearchfinfToxicologyUI2009UI[[UIZfZ]V[Z 4 156

90
†ovelIinhibitorsIofIhumanIhistoneIdeacetylaseIQuqnpRIidentifiedIbyI“–n”ImodelingIofIknownI
inhibitorsUIvirtualIscreeningUIandIexperimentalIvalidationWIJournalfoffChemicalfInformationfandf
ModelingUI2009UIafUIacZVdc

6.1 85

89 pombinatorialI“–n”ImodelingIofIspecificityIandIsubtypeIselectivityIofIligandsIbindingItoIserotoninI
receptorsIbuαZrIandIbuαZsWIJournalfoffChemicalfInformationfandfModelingUI2008UIaeUIffdVZYZ] 6.1 31

88 pombinatorialI“–n”ImodelingIofIchemicalItoxicantsItestedIagainstIαetrahymenaIpyriformisWI
JournalfoffChemicalfInformationfandfModelingUI2008UIaeUIdccVea 6.1 222

87
priticalIassessmentIofI“–n”ImodelsIofIenvironmentalItoxicityIagainstIαetrahymenaIpyriformisgI
focusingIonIapplicabilityIdomainIandIoverfittingIbyIvariableIselectionWIJournalfoffChemicalf
InformationfandfModelingUI2008UIaeUIZd]]Vac

6.1 296

86
qistributedIchemicalIcomputingIusingIphem–targIanIopenIsourceIjavaIremoteImethodIinvocationI
architectureIappliedItoIlargeIscaleImolecularIdataIfromIPubphemWIJournalfoffChemicalfInformationf
andfModelingUI2008UIaeUIcfZVdY]

6.1 10

85
βseIofIcellIviabilityIassayIdataIimprovesItheIpredictionIaccuracyIofIconventionalIquantitativeI
structureVactivityIrelationshipImodelsIofIanimalIcarcinogenicityWIEnvironmentalfHealthfPerspectivesUI
2008UIZZcUIbYcVZ]

8.4 72

84 “–n”ImodelingIofItheIbloodVbrainIbarrierIpermeabilityIforIdiverseIorganicIcompoundsWI
PharmaceuticalfResearchUI2008UI[bUIZfY[VZa 4.5 137

83
qifferentiationIofInmppIbetaVlactamaseIbindersIvsWIdecoysIusingIclassificationIk††I“–n”ImodelingI
andIapplicationIofItheI“–n”IclassifierItoIvirtualIscreeningWIJournalfoffComputervAidedfMolecularf
DesignUI2008UI[[UIbf]VcYf

4.2 32

82 uvγVZIproteaseIfunctionIandIstructureIstudiesIwithItheIsimplicialIneighborhoodIanalysisIofIproteinI
packingImethodWIProteins:fStructureufFunctionfandfBioinformaticsUI2008UId]UIda[Vb] 4.2 7

81 PredictiveI“–n”ImodelingIworkflowUImodelIapplicabilityIdomainsUIandIvirtualIscreeningWICurrentf
PharmaceuticalfDesignUI2007UIZ]UI]afaVbYa 3.3 313

80 –ystemsIchemicalIbiologyWINaturefChemicalfBiologyUI2007UI]UIaadVbY 11.7 116

79
nntitumorIagentsI[b[WInpplicationIofIvalidatedI“–n”ImodelsItoIdatabaseImininggIdiscoveryIofI
novelItylophorineIderivativesIasIpotentialIanticancerIagentsWIJournalfoffComputervAidedfMolecularf
DesignUI2007UI[ZUIfdVZZ[

4.2 76

78 WhyIacademicIdrugIdiscoveryImakesIsenseWIScienceUI2006UI]Z]UIZ[]bVc 33.3 22

77 phapterIdIγariableI–electionI“–n”IzodelingUIzodelIγalidationUIandIγirtualI–creeningWIAnnualf
ReportsfinfComputationalfChemistryUI2006UI[UIZZ]VZ[c 1.8 14

76 pombinatorialI“–n”ImodelingIofIPVglycoproteinIsubstratesWIJournalfoffChemicalfInformationfandf
ModelingUI2006UIacUIZ[abVba 6.1 124

75 “–n”ImodelingIofIhumanIserumIproteinIbindingIwithIseveralImodelingItechniquesIutilizingI
structureVinformationIrepresentationWIJournalfoffMedicinalfChemistryUI2006UIafUIdZcfVeZ 8.3 101
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74
nInovelIautomatedIlazyIlearningI“–n”IQnyyV“–n”RIapproachgImethodIdevelopmentUIapplicationsUI
andIvirtualIscreeningIofIchemicalIdatabasesIusingIvalidatedInyyV“–n”ImodelsWIJournalfoffChemicalf
InformationfandfModelingUI2006UIacUIZfeaVfb

6.1 187

73
qevelopmentIofIquantitativeIstructureVbindingIaffinityIrelationshipImodelsIbasedIonInovelI
geometricalIchemicalIdescriptorsIofItheIproteinVligandIinterfacesWIJournalfoffMedicinalfChemistryUI
2006UIafUI[dZ]V[a

8.3 83

72 αargetUIchemicalIandIbioactivityIdatabasesIâ��IintegrationIisIkeyWIDrugfDiscoveryfToday:fTechnologiesUI
2006UI]UI]bdV]cb 7.1 45

71 palculationIofItheI”elativeIoindingInffinityIofIrnzymeIvnhibitorsIβsingItheIteneralizedIyinearI
”esponseIzethodWIJournalfoffChemicalfTheoryfandfComputationUI2006UI[UIZa]bVa] 6.4 5

70 phemometricIanalysisIofIligandIreceptorIcomplementaritygIidentifyingIpomplementaryIyigandsI
oasedIonI”eceptorIvnformationIQpoyio”vRWIJournalfoffChemicalfInformationfandfModelingUI2006UIacUIeaaVbZ6.1 44

69
†ovelIligandsIforItheIhumanIhistamineIuZIreceptorgIsynthesisUIpharmacologyUIandIcomparativeI
molecularIfieldIanalysisIstudiesIofI[VdimethylaminoVbVQcRVphenylVZU[U]UaVtetrahydronaphthalenesWI
BioorganicfandfMedicinalfChemistryUI2006UIZaUIccaYVbe

3.4 27

68 –tructureVbasedIfunctionIinferenceIusingIproteinIfamilyVspecificIfingerprintsWIProteinfScienceUI2006UI
ZbUIZb]dVa] 6.3 33

67 qv–αn†prVon–rqIvqr†αvsvpnαvO†IOsI–α”βpαβ”rIzOαvs–Iv†IP”Oαrv†–Iβ–v†tIpO†–α”nv†rqI
s”r“βr†αI–βot”nPuIzv†v†tI2006UI 11

66 pomparingIgraphIrepresentationsIofIproteinIstructureIforIminingIfamilyVspecificIresidueVbasedI
packingImotifsWIJournalfoffComputationalfBiologyUI2005UIZ[UIcbdVdZ 1.7 57

65 kappaI†earestIneighborsI“–n”ImodelingIasIaIvariationalIproblemgItheoryIandIapplicationsWIJournalf
offChemicalfInformationfandfModelingUI2005UIabUIdddVeb 6.1 44

64 npplicationIofIvalidatedI“–n”ImodelsIofIqZIdopaminergicIantagonistsIforIdatabaseIminingWI
JournalfoffMedicinalfChemistryUI2005UIaeUId][[V][ 8.3 80

63 oiogeometrygIapplicationsIofIcomputationalIgeometryItoImolecularIstructureWIPacificfSymposiumfonf
BiocomputingfPacificfSymposiumfonfBiocomputingUI2005UIZV] 1.3

62 nutoimmunityIisItriggeredIbyIcP”V]QZYbV[YZRUIaIproteinIcomplementaryItoIhumanIautoantigenI
proteinaseV]WINaturefMedicineUI2004UIZYUId[Vf 50.5 283

61
rvaluationIofItheIrelativeIstabilityIofIligandedIversusIligandVfreeIproteinIconformationsIusingI
–implicialI†eighborhoodInnalysisIofIProteinIPackingIQ–†nPPRImethodWIProteins:fStructureufFunctionf
andfBioinformaticsUI2004UIbcUIe[eV]e

4.2 9

60
“uantitativeIstructureVpharmacokineticIparametersIrelationshipsIQ“–Px”RIanalysisIofIantimicrobialI
agentsIinIhumansIusingIsimulatedIannealingIkVnearestVneighborIandIpartialIleastVsquareIanalysisI
methodsWIJournalfoffPharmaceuticalfSciencesUI2004UIf]UI[b]bVaa

3.9 27

59 zodelingIofIp]eImitogenVactivatedIproteinIkinaseIinhibitorsIusingItheIpatalystIuypotenIandI
kVnearestIneighborI“–n”ImethodsWIJournalfoffMolecularfGraphicsfandfModellingUI2004UI[]UIZ[fV]e 2.8 20

58 αhreeInewIconsensusI“–n”ImodelsIforItheIpredictionIofInmesIgenotoxicityWIMutagenesisUI2004UIZfUI]cbVdd2.8 128

57 pombinatorialI“–n”IofIambergrisIfragranceIcompoundsWIJournalfoffChemicalfInformationfandf
ComputerfSciencesUI2004UIaaUIbe[Vfb 84

(2004-2006)
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56 npplicationIofIpredictiveI“–n”ImodelsItoIdatabaseImininggIidentificationIandIexperimentalI
validationIofInovelIanticonvulsantIcompoundsWIJournalfoffMedicinalfChemistryUI2004UIadUI[]bcVca 8.3 130

55 –implicialIneighborhoodIanalysisIofIproteinIpackingIQ–†nPPRgIaIcomputationalIgeometryIapproachI
toIstudyingIproteinsWIMethodsfinfEnzymologyUI2003UI]daUIbYfVaa 1.7 26

54 ”ationalIselectionIofItrainingIandItestIsetsIforItheIdevelopmentIofIvalidatedI“–n”ImodelsWIJournalf
offComputervAidedfMolecularfDesignUI2003UIZdUI[aZVb] 4.2 492

53 αheIvmportanceIofIoeingIrarnestgIγalidationIisItheInbsoluteIrssentialIforI–uccessfulInpplicationI
andIvnterpretationIofI“–P”IzodelsWIQSARfandfCombinatorialfScienceUI2003UI[[UIcfVdd 1447

52 qevelopmentIandIvalidationIofIkVnearestVneighborI“–P”ImodelsIofImetabolicIstabilityIofIdrugI
candidatesWIJournalfoffMedicinalfChemistryUI2003UIacUI]YZ]V[Y 8.3 134

51 “–n”ImodelingIusingIchiralityIdescriptorsIderivedIfromImolecularItopologyWIJournalfoffChemicalf
InformationfandfComputerfSciencesUI2003UIa]UIZaaVba 89

50 qevelopmentIofIaIfourVbodyIstatisticalIpseudoVpotentialItoIdiscriminateInativeIfromInonVnativeI
proteinIconformationsWIBioinformaticsUI2003UIZfUIZbaYVe 7.2 86

49 oewareIofIq[JWIJournalfoffMolecularfGraphicsfandfModellingUI2002UI[YUI[cfVdc 2.8 2774

48 ”ationalIprinciplesIofIcompoundIselectionIforIcombinatorialIlibraryIdesignWICombinatorialfChemistryf
andfHighfThroughputfScreeningUI2002UIbUIZZZV[] 1.3 13

47 †ovelIZrVisomerismIdescriptorsIderivedIfromImolecularItopologyIandItheirIapplicationItoI“–n”I
analysisWIJournalfoffChemicalfInformationfandfComputerfSciencesUI2002UIa[UIdcfVed 46

46
“uantitativeIstructureVactivityIrelationshipIanalysisIofIfunctionalizedIaminoIacidIanticonvulsantI
agentsIusingIkInearestIneighborIandIsimulatedIannealingIPy–ImethodsWIJournalfoffMedicinalf
ChemistryUI2002UIabUI[eZZV[]

8.3 113

45 nntitumorIagentsWI[Z]WIzodelingIofIepipodophyllotoxinIderivativesIusingIvariableIselectionIkI
nearestIneighborI“–n”ImethodWIJournalfoffMedicinalfChemistryUI2002UIabUI[[faV]Yf 8.3 79

44 PredictiveI“–n”ImodelingIbasedIonIdiversityIsamplingIofIexperimentalIdatasetsIforItheItrainingI
andItestIsetIselectionWIMolecularfDiversityUI2002UIbUI[]ZVa] 3.1 155

43 vdentificationIofI–equenceV–pecificIαertiaryIPackingIzotifsIinIProteinI–tructuresIusingIqelaunayI
αessellationWILecturefNotesfinfComputationalfSciencefandfEngineeringUI2002UIaddVafa 0.3 7

42
nccurateIpredictionIofItheIboundIconformationIofIgalanthamineIinItheIactiveIsiteIofIαorpedoI
californicaIacetylcholinesteraseIusingImolecularIdockingWIJournalfoffMolecularfGraphicsfandf
ModellingUI2001UIZfUI[eeVfcUI]daVe

2.8 45

41 yatticeIproteinIfoldingIwithItwoIandIfourVbodyIstatisticalIpotentialsWIProteins:fStructureufFunctionf
andfBioinformaticsUI2001UIa]UIZcZVda 4.2 41

40 †ovelIchiralityIdescriptorsIderivedIfromImolecularItopologyWIJournalfoffChemicalfInformationfandf
ComputerfSciencesUI2001UIaZUIZadVbe 97

39 sourVbodyIpotentialsIrevealIproteinVspecificIcorrelationsItoIstabilityIchangesIcausedIbyI
hydrophobicIcoreImutationsWIJournalfoffMolecularfBiologyUI2001UI]ZZUIc[bV]e 6.5 106
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38 vdentificationIofItheIdescriptorIpharmacophoresIusingIvariableIselectionI“–n”gIapplicationsItoI
databaseIminingWICurrentfPharmaceuticalfDesignUI2001UIdUIbffVcZ[ 3.3 58

37 qiversityIandIcoverageIofIstructuralIsublibrariesIselectedIusingItheI–ntrIandI–pnIalgorithmsWI
JournalfoffChemicalfInformationfandfComputerfSciencesUI2001UIaZUIZadYVd 23

36 †ovelIvariableIselectionIquantitativeIstructureVVpropertyIrelationshipIapproachIbasedIonItheI
kVnearestVneighborIprincipleWIJournalfoffChemicalfInformationfandfComputerfSciencesUI2000UIaYUIZebVfa 378

35 teneratingIfoldedIproteinIstructuresIwithIaIlatticeIchainIgrowthIalgorithmWIJournalfoffChemicalf
PhysicsUI2000UIZZ]UIbbZZ 3.9 13

34
nnIefficientIprojectionIprotocolIforIchemicalIdatabasesgIsingularIvalueIdecompositionIcombinedI
withItruncatedVnewtonIminimizationWIJournalfoffChemicalfInformationfandfComputerfSciencesUI2000UI
aYUIZcdVdd

28

33
nntitumorIagentsWIZffWIαhreeVdimensionalIquantitativeIstructureVactivityIrelationshipIstudyIofItheI
colchicineIbindingIsiteIligandsIusingIcomparativeImolecularIfieldIanalysisWIJournalfoffMedicinalf
ChemistryUI2000UIa]UIZcdVdc

8.3 91

32 pomputerVaidedIcombinatorialIchemistryIandIcheminformaticsWIPacificfSymposiumfonfBiocomputingf
PacificfSymposiumfonfBiocomputingUI2000UIbb]Va 1.3

31 teneralizedIlinearIresponseImethodgInpplicationItoIhydrationIfreeIenergyIcalculationsWIJournalfoff
ComputationalfChemistryUI1999UI[YUIdafVdbf 3.5 5

30 αheIâ��randomVcoilâ��IstateIofIproteinsgIpomparisonIofIdatabaseIstatisticsIandImolecularIsimulationsWI
Proteins:fStructureufFunctionfandfBioinformaticsUI1999UI]cUIaYdVaZe 4.2 25

29
“uantitativeIstructureVactivityIrelationshipImodelingIofIdopamineIqQZRIantagonistsIusingI
comparativeImolecularIfieldIanalysisUIgeneticIalgorithmsVpartialIleastVsquaresUIandIxInearestI
neighborImethodsWIJournalfoffMedicinalfChemistryUI1999UIa[UI][ZdV[c

8.3 89

28
–ynthesisUIevaluationUIandIcomparativeImolecularIfieldIanalysisIofI
ZVphenylV]VaminoVZU[U]UaVtetrahydronaphthalenesIasIligandsIforIhistamineIuQZRIreceptorsWIJournalf
offMedicinalfChemistryUI1999UIa[UI]YaZVba

8.3 39

27
”ationalIcombinatorialIlibraryIdesignWI]WI–imulatedIannealingIguidedIevaluationIQ–ntrRIofI
molecularIdiversitygIaInovelIcomputationalItoolIforIuniversalIlibraryIdesignIandIdatabaseIminingWI
JournalfoffChemicalfInformationfandfComputerfSciencesUI1999UI]fUId]eVac

52

26 prossVvalidatedI”[IguidedIregionIselectionIforIpozsnIstudiesWIJournalfoffComputerfvfAidedf
MolecularfDesignUI1998UIZ[XZaUIbdVcf 8

25 ”ationalIdesignIofIaItargetedIcombinatorialIchemicalIlibraryIwithIopiatelikeIactivityWIInternationalf
JournalfoffQuantumfChemistryUI1998UIcfUIcbVdb 2.1 4

24 nntitumorIngentsWIZe]Wâ� I–ynthesesUIponformationalInnalysesUIandInntitubulinInctivityIofI
nllothiocolchicinoidsWIJournalfoffOrganicfChemistryUI1998UIc]UIaYZeVaY[b 4.2 28

23
”ationalIcombinatorialIlibraryIdesignWI[WI”ationalIdesignIofItargetedIcombinatorialIpeptideIlibrariesI
usingIchemicalIsimilarityIprobeIandItheIinverseI“–n”IapproachesWIJournalfoffChemicalfInformationf
andfComputerfSciencesUI1998UI]eUI[bfVce

81

22 ”ationalIcombinatorialIlibraryIdesignWIZWIsocusV[qgIaInewIapproachItoItheIdesignIofItargetedI
combinatorialIchemicalIlibrariesWIJournalfoffChemicalfInformationfandfComputerfSciencesUI1998UI]eUI[bZVe 75

21 rnergeticIdecompositionIofItheIalphaVhelixVcoilIequilibriumIofIaIdynamicImodelIsystemWI
BiopolymersUI1996UI]fUIadfVef 2.2 15

(1996-2001)
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20 –tructureVbasedIalignmentIandIcomparativeImolecularIfieldIanalysisIofIacetylcholinesteraseI
inhibitorsWIJournalfoffMedicinalfChemistryUI1996UI]fUIbYcaVdZ 8.3 87

19 zolecularIsimulationsIofIbetaVsheetItwistingWIJournalfoffMolecularfBiologyUI1996UI[c[UI[e]Vf] 6.5 44

18 ponformationalIanalysisIofIqZIdopamineIreceptorIagonistsgIpharmacophoreIassessmentIandI
receptorImappingWIJournalfoffMedicinalfChemistryUI1996UI]fUI[ebVfc 8.3 57

17
nntitumorIagentsWIZc]WIαhreeVdimensionalIquantitativeIstructureVactivityIrelationshipIstudyIofI
aPVOVdemethylepipodophyllotoxinIanalogsIusingItheImodifiedIpozsnXq[Vt”–IapproachWIJournalfoff
MedicinalfChemistryUI1996UI]fUIZ]e]Vfb

8.3 85

16 qelaunayItessellationIofIproteinsgIfourIbodyInearestVneighborIpropensitiesIofIaminoIacidIresiduesWI
JournalfoffComputationalfBiologyUI1996UI]UI[Z]V[Z 1.7 136

15 PseudotorsionalIOppOIbackboneIangleIasIaIsingleIdescriptorIofIproteinIsecondaryIstructureWI
ProteinfScienceUI1995UIaUIZc]]Va] 6.3 9

14 –emiVempiricalIcalculationsIofIintramolecularIacylItransferIinIcisVenolsIofIOVaroylIacetylacetonesWI
ComputationalfandfTheoreticalfChemistryUI1995UI]][UIebVfZ 1

13 ”elativeIbindingIfreeIenergiesIofIpeptideIinhibitorsIofIuvγVZIproteasegItheIinfluenceIofItheIactiveI
siteIprotonationIstateWIJournalfoffMedicinalfChemistryUI1995UI]eUIa[Ve 8.3 41

12 sreeIrnergiesIforIsoldingIandI”efoldingIofIsourIαypesIofIWbetaWIαurnsgI–imulationIofItheI”oleIofIqXyI
phiralityWIJournalfoffthefAmericanfChemicalfSocietyUI1995UIZZdUIdbf[Vdbff 16.4 30

11 prossVvalidatedI”[VguidedIregionIselectionIforIcomparativeImolecularIfieldIanalysisgIaIsimpleI
methodItoIachieveIconsistentIresultsWIJournalfoffMedicinalfChemistryUI1995UI]eUIZYcYVc 8.3 282

10 zodellingItheIauxinVbindingIsiteIofIauxinVbindingIproteinIZIofImaizeWIPhytochemistryUI1994UI]bUIZZZZVZZ[]4 40

9
”ationalIdesignIofIaIthreeVheptadIcoiledVcoilIproteinIandIcomparisonIbyImolecularIdynamicsI
simulationIwithItheItp†aIcoiledIcoilgIpresenceIofIinteriorIthreeVcenterIhydrogenIbondsWIProteinf
ScienceUI1994UI]UI]abVbb

6.3 11

8 zolecularIsimulationIofIalkylIboronicIacidsgIzolecularImechanicsIandIsolvationIfreeIenergyI
calculationsWIJournalfoffComputationalfChemistryUI1994UIZbUI]]]V]ab 3.5 12

7
nntitumorIagentsWIZb[WIvnIvitroIinhibitoryIactivityIofIetoposideIderivativeI†PsIagainstIhumanItumorI
cellIlinesIandIaIstudyIofIitsIconformationIbyIXVrayIcrystallographyUImolecularImodelingUIandI†z”I
spectroscopyWIJournalfoffMedicinalfChemistryUI1994UI]dUIZacYVa

8.3 34

6 npplicationIofIfreeIenergyIsimulationsItoItheIbindingIofIaItransitionVstateVanalogueIinhibitorItoIuvγI
proteaseWIProteinfEngineeringufDesignfandfSelectionUI1992UIbUI[fV]] 1.9 42
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