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242 nhemSpidereGlnGznlineGnhemicalGtnformationGResourceUGJournalbofbChemicalbEducationSG2010SGcbSGXXYZTXXY[2.4 629

241 “heGnomp“oxGnhemistryGoashboardeGaGcommunityGdataGresourceGforGenvironmentalGchemistryUG
JournalbofbCheminformaticsSG2017SGdSGaX 8.6 352

240
znlineGchemicalGmodelingGenvironmentGOznspxPeGwebGplatformGforGdataGstorageSGmodelG
developmentGandGpublishingGofGchemicalGinformationUGJournalbofbComputerrAidedbMolecularbDesignSG
2011SGY]SG]ZZT][

4.2 311

239 “oxnastGnhemicalGwandscapeeG{avingGtheGRoadGtoGYXstGnenturyG“oxicologyUGChemicalbResearchbinb
ToxicologySG2016SGYdSGXYY]T]X 4 301

238 nomparisonGofGdifferentGapproachesGtoGdefineGtheGapplicabilityGdomainGofG}SlRGmodelsUGMoleculesSG
2012SGXbSG[bdXTcXW 4.8 276

237 zpenG{sln“SeGsemanticGinteroperabilityGforGdrugGdiscoveryUGDrugbDiscoverybTodaySG2012SGXbSGXXccTdc 8.8 229

236 tnGsilicoGrepositioningGofGapprovedGdrugsGforGrareGandGneglectedGdiseasesUGDrugbDiscoverybTodaySG
2011SGXaSGYdcTZXW 8.8 211

235 npRl{{eGnollaborativeGpstrogenGReceptorGlctivityG{redictionG{rojectUGEnvironmentalbHealthb
PerspectivesSG2016SGXY[SGXWYZTZZ 8.4 206

234 tntegratedGxodelGofGnhemicalG{erturbationsGofGaGmiologicalG{athwayG”singGXcGtnG–itroG
sighT“hroughputGScreeningGlssaysGforGtheGpstrogenGReceptorUGToxicologicalbSciencesSG2015SGX[cSGXZbT][ 4.4 201

233 xajorGstructuralGcomponentsGinGfreshwaterGdissolvedGorganicGmatterUGEnvironmentalbSciencebhamp;b
TechnologySG2007SG[XSGcY[WTb 10.3 175

232 z{pRlGmodelsGforGpredictingGphysicochemicalGpropertiesGandGenvironmentalGfateGendpointsUG
JournalbofbCheminformaticsSG2018SGXWSGXW 8.6 151

231 tdentificationGofGIknownGunknownsIGutilizingGaccurateGmassGdataGandGnhemSpiderUGJournalbofbtheb
AmericanbSocietybforbMassbSpectrometrySG2012SGYZSGXbdTc] 3.5 125

230 “heGyextGrenerationGmlueprintGofGnomputationalG“oxicologyGatGtheG”USUGpnvironmentalG{rotectionG
lgencyUGToxicologicalbSciencesSG2019SGXadSGZXbTZZY 4.4 121

229 }uantitativeGstructureTactivityGrelationshipGmodelsGforGreadyGbiodegradabilityGofGchemicalsUGJournalb
ofbChemicalbInformationbandbModelingSG2013SG]ZSGcabTbc 6.1 116

228 lGbibliometricGreviewGofGdrugGrepurposingUGDrugbDiscoverybTodaySG2018SGYZSGaaXTabY 8.8 115

227 nomputerTassistedGstructureGverificationGandGelucidationGtoolsGinGyxRTbasedGstructureGelucidationUG
ProgressbinbNuclearbMagneticbResonancebSpectroscopySG2008SG]ZSGXTXW[ 10.4 112

226 winkingGhighGresolutionGmassGspectrometryGdataGwithGexposureGandGtoxicityGforecastsGtoGadvanceG
highTthroughputGenvironmentalGmonitoringUGEnvironmentbInternationalSG2016SGccSGYadTYcW 12.9 110

AntonyyJohnyWilliams

2



225 SmartG{honesSGaG{owerfulG“oolGinGtheGnhemistryGnlassroomUGJournalbofbChemicalbEducationSG2011SGccSGacZTaca2.4 101

224 tntegratingGtoolsGforGnonTtargetedGanalysisGresearchGandGchemicalGsafetyGevaluationsGatGtheG”SGp{lUG
JournalbofbExposurebSciencebandbEnvironmentalbEpidemiologySG2018SGYcSG[XXT[Ya 6.7 98

223 {redictingGhepatotoxicityGusingG“oxnastGinGvitroGbioactivityGandGchemicalGstructureUGChemicalb
ResearchbinbToxicologySG2015SGYcSGbZcT]X 4 96

222 lGpredictiveGligandTbasedGmayesianGmodelGforGhumanGdrugTinducedGliverGinjuryUGDrugbMetabolismbandb
DispositionSG2010SGZcSGYZWYTc 4 90

221 “owardsGaGgoldGstandardeGregardingGqualityGinGpublicGdomainGchemistryGdatabasesGandGapproachesG
toGimprovingGtheGsituationUGDrugbDiscoverybTodaySG2012SGXbSGac]TbWX 8.8 87

220 pxposomeTScaleGtnvestigationsGruidedGbyGrlobalGxetabolomicsSG{athwayGlnalysisSGandGnognitiveG
nomputingUGAnalyticalbChemistrySG2017SGcdSGXX]W]TXX]XZ 7.8 78

219
ReviewGofGâ��nontemporaryGcomputerTassistedGapproachesGtoGmolecularGstructureGelucidationGOnewG
developmentsGinGyxRPâ��GbyGxikhailGpGplyashbergSGlntonyG—illiamsGandGvirillGmlinovUGJournalbofb
CheminformaticsSG2013SG]SG

8.6 78

218 “heGnhpxmwGdatabaseGasGlinkedGopenGdataUGJournalbofbCheminformaticsSG2013SG]SGYZ 8.6 78

217
lGcombinedGatomicGforceGmicroscopyGandGcomputationalGapproachGforGtheGstructuralGelucidationGofG
breitfussinGlGandGmeGhighlyGmodifiedGhalogenatedGdipeptidesGfromG“huiariaGbreitfussiUGAngewandteb
ChemiebrbInternationalbEditionSG2012SG]XSGXYYZcT[X

16.4 76

216 p{lNsGnonTtargetedGanalysisGcollaborativeGtrialGOpy“ln“PeGgenesisSGdesignSGandGinitialGfindingsUG
AnalyticalbandbBioanalyticalbChemistrySG2019SG[XXSGc]ZTcaa 4.4 73

215 StructuralGrevisionsGofGnaturalGproductsGbyGnomputerTlssistedGStructureGplucidationGOnlSpPG
systemsUGNaturalbProductbReportsSG2010SGYbSGXYdaTZYc 15.1 71

214 nox{lRleGnollaborativeGxodelingG{rojectGforGlndrogenGReceptorGlctivityUGEnvironmentalbHealthb
PerspectivesSG2020SGXYcSGYbWWY 8.4 70

213 tmprovedGbaselineGrecognitionGandGmodelingGofGq“GyxRGspectraUGJournalbofbMagneticbResonanceSG
2000SGX[aSGXYYT] 3 68

212
narbonTcarbonGdoubleTbondGformationGinGtheGintermolecularGacetonitrileGreductiveGcouplingG
promotedGbyGaGmononuclearGtitaniumOttPGcompoundUG{reparationGandGcharacterizationGofGtwoG
titaniumOt–PGimidoGderivativesUGInorganicbChemistrySG1991SGZWSG[caZT[caa

5.1 68

211 lnGautomatedGcurationGprocedureGforGaddressingGchemicalGerrorsGandGinconsistenciesGinGpublicG
datasetsGusedGinG}SlRGmodellingUGSARbandbQSARbinbEnvironmentalbResearchSG2016SGYbSGdZdTda] 3.5 64

210 tnternetTbasedGtoolsGforGcommunicationGandGcollaborationGinGchemistryUGDrugbDiscoverybTodaySG2008SG
XZSG]WYTa 8.8 64

209 SuspectGscreeningGandGnonTtargetedGanalysisGofGdrinkingGwaterGusingGpointTofTuseGfiltersUG
EnvironmentalbPollutionSG2018SGYZ[SGYdbTZWa 9.3 64

208 tnGSilicoG{redictionGofG{hysicochemicalG{ropertiesGofGpnvironmentalGnhemicalsG”singGxolecularG
qingerprintsGandGxachineGwearningUGJournalbofbChemicalbInformationbandbModelingSG2017SG]bSGZaT[d 6.1 63
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207 tdentifyingGknownGunknownsGusingGtheG”SGp{lNsGnomp“oxGnhemistryGoashboardUGAnalyticalbandb
BioanalyticalbChemistrySG2017SG[WdSGXbYdTXbZ] 4.4 63

206 “heGuseGofGyxRGtoGstudyGsodiumGdodecylGsulfateTgelatinGinteractionsUGLangmuirSG1994SGXWSGacTbX 4 58

205 “heGapplicationGofGXsGhighTresolutionGmagicTangleGspinningGyxRGforGtheGstudyGofGclayTorganicG
associationsGinGnaturalGandGsyntheticGcomplexesUGLangmuirSG2006SGYYSG[[dcT]WZ 4 56

204
StructureGplucidatoreGaGversatileGexpertGsystemGforGmolecularGstructureGelucidationGfromGXoGandGYoG
yxRGdataGandGmolecularGfragmentsUGJournalbofbChemicalbInformationbandbComputerbSciencesSG2004SG
[[SGbbXTdY

56

203 lssessingGtheGorganicGcompositionGofGurbanGsurfaceGfilmsGusingGnuclearGmagneticGresonanceG
spectroscopyUGChemosphereSG2006SGaZSGX[YT]Y 8.4 55

202 “heGnhemicalGandG{roductsGoatabaseSGaGresourceGforGexposureTrelevantGdataGonGchemicalsGinG
consumerGproductsUGScientificbDataSG2018SG]SGXcWXY] 8.2 54

201 lGperspectiveGofGpubliclyGaccessibleVopenTaccessGchemistryGdatabasesUGDrugbDiscoverybTodaySG2008SG
XZSG[d]T]WX 8.8 54

200 SuspectGScreeningGlnalysisGofGnhemicalsGinGnonsumerG{roductsUGEnvironmentalbSciencebhamp;b
TechnologySG2018SG]YSGZXY]TZXZ] 10.3 52

199 {recompetitiveGpreclinicalGloxpV“oxGdataeGsetGitGfreeGonGtheGwebGtoGfacilitateGcomputationalGmodelG
buildingGandGassistGdrugGdevelopmentUGLabbonbAbChipSG2010SGXWSGXZTYY 7.2 52

198 p{lNsGoSS“oxGdatabaseeGsistoryGofGdevelopmentGofGaGcuratedGchemistryGresourceGsupportingG
computationalGtoxicologyGresearchUGComputationalbToxicologySG2019SGXYSG 3.1 51

197 nomputerTassistedGmethodsGforGmolecularGstructureGelucidationeGrealizingGaGspectroscopistNsGdreamUG
JournalbofbCheminformaticsSG2009SGXSGZ 8.6 50

196
“owardGmoreGreliableGXZnGandGXsGchemicalGshiftGpredictioneGaGsystematicGcomparisonGofG
neuralTnetworkGandGleastTsquaresGregressionGbasedGapproachesUGJournalbofbChemicalbInformationb
andbModelingSG2008SG[cSGXYcTZ[

6.1 50

195
nombinedGxTrayGcrystallographicSGsingleTcrystalGp{RSGandGtheoreticalGstudyGofGmetalTcenteredG
radicalsGofGtheGtypeG[UetaU]n]R]nrOnzPYw]GORGhGsSGxefGwGhGnzSGtertiaryGphosphinePUGJournalbofbtheb
AmericanbChemicalbSocietySG1991SGXXZSG][YT]]X

16.4 50

194 nomputerTassistedGstructureGelucidationGofGnaturalGproductsGwithGlimitedGYoGyxRGdataeGapplicationG
ofGtheGStrucplucGsystemUGMagneticbResonancebinbChemistrySG2003SG[XSGZ]dTZbY 2.1 48

193 wongTrangeGcarbonTcarbonGconnectivityGviaGunsymmetricalGindirectGcovarianceGprocessingGofGsS}nG
andGsxmnGyxRGdataUGMagneticbResonancebinbChemistrySG2006SG[[SGXWbTd 2.1 47

192 qacileGRearrangementsGofGllkynylaminoGseterocyclesGwithGyobleGxetalGnationsUGJournalbofbOrganicb
ChemistrySG1996SGaXSGZYcdTZYdb 4.2 47

191 “heGdevelopmentGofGmodelsGtoGpredictGmeltingGandGpyrolysisGpointGdataGassociatedGwithGseveralG
hundredGthousandGcompoundsGminedGfromG{l“py“SUGJournalbofbCheminformaticsSG2016SGcSGY 8.6 45

190 tdentifyingGresiduesGinGnaturalGorganicGmatterGthroughGspectralGpredictionGandGpatternGmatchingGofG
YoGyxRGdatasetsUGMagneticbResonancebinbChemistrySG2004SG[YSGX[TYY 2.1 45
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189 tdentificationGofGdegradantsGofGaGcomplexGalkaloidGusingGyxRGcryoprobeGtechnologyGandG
lnoVstructureGelucidatorUGJournalbofbHeterocyclicbChemistrySG2002SGZdSGXY[XTXY]W 1.9 45

188 lpplicationGofGaGnewGexpertGsystemGforGtheGstructureGelucidationGofGnaturalGproductsGfromGtheirGXoG
andGYoGyxRGdataUGJournalbofbNaturalbProductsSG2002SGa]SGadZTbWZ 4.9 45

187 IxSTReadyIGstructuresGforGnonTtargetedGhighTresolutionGmassGspectrometryGscreeningGstudiesUG
JournalbofbCheminformaticsSG2018SGXWSG[] 8.6 44

186 yxReol“lSGaGstandardGtoGreportGtheGyxRGassignmentGandGparametersGofGorganicGcompoundsUG
MagneticbResonancebinbChemistrySG2018SG]aSGbWZTbX] 2.1 43

185 qindingGpromiscuousGoldGdrugsGforGnewGusesUGPharmaceuticalbResearchSG2011SGYcSGXbc]TdX 4.5 43

184 ”nsymmetricalGcovarianceGprocessingGofGnzSβGorG“znSβGandGsS}nGyxRGdataGtoGobtainGtheG
equivalentGofGsS}nTnzSβGorGsS}nT“znSβGspectraUGJournalbofbHeterocyclicbChemistrySG2006SG[ZSGXaZTXaa 1.9 43

183
lGnhemicalGnategoryTmasedG{rioritizationGlpproachGforGSelectingGb]G{erTGandG{olyfluoroalkylG
SubstancesGO{qlSPGforG“ieredG“oxicityGandG“oxicokineticG“estingUGEnvironmentalbHealthbPerspectivesSG
2019SGXYbSGX[]WX

8.4 43

182 zpenGdrugGdiscoveryGforGtheGγikaGvirusUGFvuuuResearchSG2016SG]SGX]W 3.6 41

181 “heGRoyalGSocietyGofGnhemistryGandGtheGdeliveryGofGchemistryGdataGrepositoriesGforGtheGcommunityUG
JournalbofbComputerrAidedbMolecularbDesignSG2014SGYcSGXWYZTZW 4.2 40

180 ScientificGcompetencyGquestionsGasGtheGbasisGforGsemanticallyGenrichedGopenGpharmacologicalGspaceG
developmentUGDrugbDiscoverybTodaySG2013SGXcSGc[ZT]Y 8.8 40

179 “heGSpectralGrameeGleveragingGzpenGoataGandGcrowdsourcingGforGeducationUGJournalbofb
CheminformaticsSG2009SGXSGd 8.6 40

178 “heG“oxYXGXWvGnompoundGwibraryeGnollaborativeGnhemistryGldvancingG“oxicologyUGChemicalb
ResearchbinbToxicologySG2021SGZ[SGXcdTYXa 4 40

177 zpenGScienceGforGtdentifyingGIvnownG”nknownIGnhemicalsUGEnvironmentalbSciencebhamp;b
TechnologySG2017SG]XSG]Z]bT]Z]d 10.3 39

176 xobileGappsGforGchemistryGinGtheGworldGofGdrugGdiscoveryUGDrugbDiscoverybTodaySG2011SGXaSGdYcTZd 8.8 39

175 zpenTsourceG}SlRGmodelsGforGpvaGpredictionGusingGmultipleGmachineGlearningGapproachesUGJournalb
ofbCheminformaticsSG2019SGXXSGaW 8.6 38

174 ”singGpreparedGmixturesGofG“oxnastGchemicalsGtoGevaluateGnonTtargetedGanalysisGOy“lPGmethodG
performanceUGAnalyticalbandbBioanalyticalbChemistrySG2019SG[XXSGcZ]Tc]X 4.4 37

173 wowTpnergySGwargeTlngleGplectronTtmpactGSpectraeGseliumSGyitrogenSGpthyleneSGandGmenzeneUG
JournalbofbChemicalbPhysicsSG1967SG[bSG[XcWT[Xc] 3.9 36

172 tncorporatingGrreenGnhemistryGnonceptsGintoGxobileGnhemistryGlpplicationsGandG“heirG{otentialG
”sesUGACSbSustainablebChemistrybandbEngineeringSG2013SGXSGcTXZ 8.3 35
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171 lGcomparisonGofGthreeGliquidGchromatographyGOwnPGretentionGtimeGpredictionGmodelsUGTalantaSG2018SG
XcYSGZbXTZbd 6.2 34

170 wookingGbackGtoGtheGfutureeGpredictingGinGvivoGefficacyGofGsmallGmoleculesGversusGxycobacteriumG
tuberculosisUGJournalbofbChemicalbInformationbandbModelingSG2014SG][SGXWbWTcY 6.1 34

169 —henGpharmaceuticalGcompaniesGpublishGlargeGdatasetseGanGabundanceGofGrichesGorGfoolNsGgoldjUG
DrugbDiscoverybTodaySG2010SGX]SGcXYT] 8.8 34

168 xicrostructureGanalysisGatGtheGpercolationGthresholdGinGreverseGmicroemulsionsUGColloidsbandb
SurfacesbA:bPhysicochemicalbandbEngineeringbAspectsSG1997SGXYcSGXTXX 5.1 34

167 oevelopmentGofGaGfastGandGaccurateGmethodGofGXZnGyxRGchemicalGshiftGpredictionUGChemometricsb
andbIntelligentbLaboratorybSystemsSG2009SGdbSGdXTdb 3.8 33

166 pmpiricalGandGoq“GrtlzGquantumTmechanicalGmethodsGofGOXZPnGchemicalGshiftsGpredictioneG
competitorsGorGcollaboratorsjUGMagneticbResonancebinbChemistrySG2010SG[cSGYXdTYd 2.1 33

165 “heGuseGofGunsymmetricalGindirectGcovarianceGyxRGmethodsGtoGobtainGtheGequivalentGofG
sS}nTyzpSβGdataUGMagneticbResonancebinbChemistrySG2007SG[]SG][[Ta 2.1 33

164 yxRGrelaxationGstudiesGofGinternalGmotionseGaGcomparisonGbetweenGmicellesGandGrelatedGsystemsUG
ThebJournalbofbPhysicalbChemistrySG1990SGd[SGYbYbTYbYd 33

163 lpplyingGlinkedGdataGapproachesGtoGpharmacologyeGlrchitecturalGdecisionsGandGimplementationUG
SemanticbWebSG2014SG]SGXWXTXXZ 2.4 32

162 lnGexpertGsystemGforGautomatedGstructureGelucidationGutilizingGXsTXsSGXZnTXsGandGX]yTXsGYoGyxRG
correlationsUGFreseniusibJournalbofbAnalyticalbChemistrySG2001SGZadSGbWdTX[ 32

161 oispensingGprocessesGimpactGapparentGbiologicalGactivityGasGdeterminedGbyGcomputationalGandG
statisticalGanalysesUGPLoSbONESG2013SGcSGeaYZY] 3.7 32

160 {redictingGzrganG“oxicityG”singGinG–itroGmioactivityGoataGandGnhemicalGStructureUGChemicalbResearchb
inbToxicologySG2017SGZWSGYW[aTYW]d 4 31

159
StructureGelucidationGfromGYoGyxRGspectraGusingGtheGStrucplucGexpertGsystemeGdetectionGandG
removalGofGcontradictionsGinGtheGdataUGJournalbofbChemicalbInformationbandbComputerbSciencesSG2004SG
[[SGXbZbT]X

31

158 lnalysisGandGeliminationGofGartifactsGinGindirectGcovarianceGyxRGspectraGviaGunsymmetricalG
processingUGMagneticbResonancebinbChemistrySG2005SG[ZSGdddTXWWb 2.1 31

157 ”tilizingGunsymmetricalGindirectGcovarianceGprocessingGtoGdefineGX]yTGXZnGconnectivityGnetworksUG
MagneticbResonancebinbChemistrySG2007SG[]SGaY[Tb 2.1 30

156 lutomatedGstructureGverificationGbasedGonGaGcombinationGofGXoGOXPsGyxRGandGYoGOXPsGTGOXZPnGsS}nG
spectraUGMagneticbResonancebinbChemistrySG2007SG[]SGcWZTXZ 2.1 30

155
}uindolinocryptotackieineeGtheGelucidationGofGaGnovelGindoloquinolineGalkaloidGstructureGthroughG
theGuseGofGcomputerTassistedGstructureGelucidationGandGYoGyxRUGMagneticbResonancebinbChemistrySG
2003SG[XSG]bbT]c[

2.1 30

154 “heGsynthesisGandGS“xVlqxGimagingGofGNolympiceneNGbenzo[cd]pyrenesUGChemistrybrbAbEuropeanb
JournalSG2015SGYXSGYWXXTc 4.8 28
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153 zpenGorugGoiscoveryG“eamseGlGnhemistryGxobileGlppGforGnollaborationUGMolecularbInformaticsSG
2012SGZXSG]c]T]db 3.8 28

152 wongTRangeGXsâ��X]yGseteronuclearGShiftGnorrelationUGAnnualbReportsbonbNMRbSpectroscopySG2005SG
]]SGXTXXd 1.7 28

151 nomputerTaidedGdeterminationGofGrelativeGstereochemistryGandGZoGmodelsGofGcomplexGorganicG
moleculesGfromGYoGyxRGspectraUGTetrahedronSG2005SGaXSGddcWTddcd 2.4 28

150 lnnotatingGsumanG{TrlycoproteinGmioassayGoataUGMolecularbInformaticsSG2012SGZXSG]ddTaWd 3.8 27

149
lnGxTrayGcrystallographicGandGsingleTcrystalGp{RGinvestigationGofGtheGcationicSGironTcenteredGradicalG
tricarbonylbisOtriphenylphosphinePironOtPSG{qeOnzPZO{{hZPYR}UGlGtheoreticalGexaminationGofGtheG
structuralGpreferencesGofGfiveTcoordinatedGseventeenTelectronGcomplexesUGJournalbofbthebAmericanb
ChemicalbSocietySG1991SGXXZSGdcZ[Tdc[Y

16.4 27

148 lbstractGSiftereGaGcomprehensiveGfrontTendGsystemGtoG{ubxedUGFvuuuResearchSG2017SGaSG 3.6 27

147 lssessingGbioaccumulationGofGpolybrominatedGdiphenylGethersGforGaquaticGspeciesGbyG}SlRG
modelingUGChemosphereSG2012SGcdSG[ZZT[[ 8.4 26

146 lutomatedGstructureGverificationGbasedGonGXsGyxRGpredictionUGMagneticbResonancebinbChemistrySG
2006SG[[SG]Y[TZc 2.1 26

145 lreGdeterministicGexpertGsystemsGforGcomputerTassistedGstructureGelucidationGobsoletejUGJournalbofb
ChemicalbInformationbandbModelingSG2006SG[aSGXa[ZT]a 6.1 26

144 qourGdisruptiveGstrategiesGforGremovingGdrugGdiscoveryGbottlenecksUGDrugbDiscoverybTodaySG2013SGXcSGYa]TbX8.8 25

143 RedefiningGnheminformaticsGwithGtntuitiveGnollaborativeGxobileGlppsUGMolecularbInformaticsSG2012SG
ZXSG]adT]c[ 3.8 24

142 lutomaticGvsUGmanualGcurationGofGaGmultiTsourceGchemicalGdictionaryeGtheGimpactGonGtextGminingUG
JournalbofbCheminformaticsSG2010SGYSGZ 8.6 24

141 {erformanceGvalidationGofGneuralGnetworkGbasedGOXZPcGyxRGpredictionGusingGaGpubliclyGavailableG
dataGsourceUGJournalbofbChemicalbInformationbandbModelingSG2008SG[cSG]]WT] 6.1 24

140 tsolatedGfreeTradicalGpairsGinGRbRGXcTcrownTaG“ny}â��GsingleGcrystalsGO“ny}GhG
tetracyanoquinodimethanePUGJournalbofbthebChemicalbSocietybChemicalbCommunicationsSG1990SG[Zd 24

139 wowTpnergyGplectronTtmpactGStudyGofGtheGXYâ��X[Te–G“ransitionsGinGyitrogenUGJournalbofbChemicalb
PhysicsSG1969SG]XSGYc]dTYca] 3.9 24

138 {redictionGofGpstrogenicGmioactivityGofGpnvironmentalGnhemicalGxetabolitesUGChemicalbResearchbinb
ToxicologySG2016SGYdSGX[XWTYb 4 24

137 —eaverNsGhistoricGaccessibleGcollectionGofGsyntheticGdyeseGaGcheminformaticsGanalysisUGChemicalb
ScienceSG2017SGcSG[ZZ[T[ZZd 9.4 23

136 {rogrammaticGconversionGofGcrystalGstructuresGintoGZoGprintableGfilesGusingGumolUGJournalbofb
CheminformaticsSG2016SGcSGaa 8.6 23

(2016-2012)
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135 xetaTanalysisGofGmolecularGpropertyGpatternsGandGfilteringGofGpublicGdatasetsGofGantimalarialGâ��hitsâ��G
andGdrugsUGMedChemCommSG2010SGXSGZY] 5 22

134 lpplyingGcomputerTassistedGstructureGelucidationGalgorithmsGforGtheGpurposeGofGstructureG
validationeGrevisitingGtheGyxRGassignmentsGofGhexacyclinolUGJournalbofbNaturalbProductsSG2008SGbXSG]cXTc 4.9 22

133 ”singGunsymmetricalGindirectGcovarianceGprocessingGtoGcalculateGrsS}nTnzSβGspectraUGJournalbofb
NaturalbProductsSG2007SGbWSGXZdZTa 4.9 22

132 oockingTbasedGclassificationGmodelsGforGexploratoryGtoxicologyGstudiesGonGhighTqualityGestrogenicG
experimentalGdataUGFuturebMedicinalbChemistrySG2015SGbSGXdYXTZa 4.1 21

131 nhallengesGandGrecommendationsGforGobtainingGchemicalGstructuresGofGindustryTprovidedG
repurposingGcandidatesUGDrugbDiscoverybTodaySG2013SGXcSG]cTbW 8.8 21

130 StructureGrevisionGofGasperjinoneGusingGcomputerTassistedGstructureGelucidationGmethodsUGJournalb
ofbNaturalbProductsSG2013SGbaSGXXZTa 4.9 21

129 quzzyGstructureGgenerationeGaGnewGefficientGtoolGforGnomputerTlidedGStructureGplucidationGOnlSpPUG
JournalbofbChemicalbInformationbandbModelingSG2007SG[bSGXW]ZTaa 6.1 21

128 {arallelGworldsGofGpublicGandGcommercialGbioactiveGchemistryGdataUGJournalbofbMedicinalbChemistrySG
2015SG]cSGYWacTba 8.3 20

127 tnGsilicoGxSVxSGspectraGforGidentifyingGunknownseGaGcriticalGexaminationGusingGnqxTtoGalgorithmsG
andGpy“ln“GmixtureGsamplesUGAnalyticalbandbBioanalyticalbChemistrySG2020SG[XYSGXZWZTXZX] 4.4 20

126 migGoataGandGnhemicalGpducationUGJournalbofbChemicalbEducationSG2016SGdZSG]W[T]Wc 2.4 20

125 lGsystematicGapproachGforGtheGgenerationGandGverificationGofGstructuralGhypothesesUGMagneticb
ResonancebinbChemistrySG2009SG[bSGZbXTcd 2.1 20

124 SingleTcrystalGelectronTspinGresonanceGstudyGofGtheG[TphenylTXSYSZS]TdithiadiazolylGradicalUGMagneticb
ResonancebinbChemistrySG1989SGYbSGXXaXTXXa] 2.1 20

123
plectronGparamagneticGresonanceGstudyGofGisolatedGfreeGradicalGpairsGinGxRGXcTcrownTaG“ny}â��UG
O“ny}GhGbSbjScScjTtetracyanoTpTquinodimethanefGxGhGvSGRbPUGJournalbofbthebChemicalbSocietypb
FaradaybTransactionsSG1991SGcbSGYYYdTYYZZ

20

122 pvaluatingGopportunitiesGforGadvancingGtheGuseGofGalternativeGmethodsGinGriskGassessmentGthroughG
theGdevelopmentGofGfitTforTpurposeGinGvitroGassaysUGToxicologybinbVitroSG2018SG[cSGZXWTZXb 3.6 19

121 miggerGdataSGcollaborativeGtoolsGandGtheGfutureGofGpredictiveGdrugGdiscoveryUGJournalbofb
ComputerrAidedbMolecularbDesignSG2014SGYcSGddbTXWWc 4.2 19

120 OXZPnTOX]PyGcorrelationGviaGunsymmetricalGindirectGcovarianceGyxReGapplicationGtoGvinblastineUG
JournalbofbNaturalbProductsSG2007SGbWSGXdaaTbW 4.9 19

119 XsGyxRGpxchangeGReactionsGinG“elluriumOt–PGoerivativesGwithGnleavageGofG“eTyGmondsUG
OrganometallicsSG1995SGX[SG]Y]cT]YaY 3.8 19

118 pxchangeGprocessesGinGdiseleniumGandGseleniumTsulfurGdihalidesSGSeY−YGandGSeS−YGO−GhGmrSGnlPUGlG
seleniumTbbGYoTp−SβGstudyUGInorganicbChemistrySG1992SGZXSG[]Z[T[]Zc 5.1 19
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117 xachinesGfirstSGhumansGsecondeGonGtheGimportanceGofGalgorithmicGinterpretationGofGopenGchemistryG
dataUGJournalbofbCheminformaticsSG2015SGbSGd 8.6 18

116 winkingGinGsilicoGxSVxSGspectraGwithGchemistryGdataGtoGimproveGidentificationGofGunknownsUG
ScientificbDataSG2019SGaSGX[X 8.2 18

115 mlindGtrialsGofGcomputerTassistedGstructureGelucidationGsoftwareUGJournalbofbCheminformaticsSG2012SG
[SG] 8.6 18

114 “heGnhemicalG–alidationGandGStandardizationG{latformGOn–S{PeGlargeTscaleGautomatedGvalidationGofG
chemicalGstructureGdatasetsUGJournalbofbCheminformaticsSG2015SGbSGZW 8.6 17

113 XZnTX]yGnonnectivityGnetworksGviaGunsymmetricalGindirectGcovarianceGprocessingGofGXsTXZnGsS}nG
andGXsTX]yGtx{plnsGspectraUGJournalbofbHeterocyclicbChemistrySG2007SG[[SGXYXdTXYYY 1.9 17

112 mioactivityGprofilingGofGperTGandGpolyfluoroalkylGsubstancesGO{qlSPGidentifiesGpotentialGtoxicityG
pathwaysGrelatedGtoGmolecularGstructureUGToxicologySG2021SG[]bSGX]Ybcd 4.4 17

111 plucidatingGNundecipherableNGchemicalGstructuresGusingGcomputerTassistedGstructureGelucidationG
approachesUGMagneticbResonancebinbChemistrySG2012SG]WSGYYTb 2.1 16

110
lpplicationGofGunsymmetricalGindirectGcovarianceGyxRGmethodsGtoGtheGcomputationGofGtheGOXZPnG
OX]PyGsS}nTtx{plnsGandGOXZPnGOX]PyGsxmnTtx{plnsGcorrelationGspectraUGMagneticbResonancebinb
ChemistrySG2007SG[]SGccZTc

2.1 16

109 {redictiveGStructureTmasedG“oxicologyGlpproachesG“oGlssessGtheGlndrogenicG{otentialGofG
nhemicalsUGJournalbofbChemicalbInformationbandbModelingSG2017SG]bSGYcb[TYcc[ 6.1 15

108 oereplicationGofGnaturalGproductsGusingGminimalGyxRGdataGinputsUGOrganicbandbBiomolecularb
ChemistrySG2015SGXZSGdd]bTaY 3.9 15

107 sighTthroughputGinTsilicoGpredictionGofGionizationGequilibriaGforGpharmacokineticGmodelingUGScienceb
ofbthebTotalbEnvironmentSG2018SGaX]SGX]WTXaW 10.2 15

106 —hyGopenGdrugGdiscoveryGneedsGfourGsimpleGrulesGforGlicensingGdataGandGmodelsUGPLoSb
ComputationalbBiologySG2012SGcSGeXWWYbWa 5 15

105 nosurfactantTinducedGelectronGtransferGinGhighlyGresistiveGmicroemulsionsUGLangmuirSG1993SGdSGYbcYTYbc]4 15

104 yxRGlnalysisGofGtnterfacialGStructureG“ransitionsGlccompanyingGplectronT“ransferG“hresholdG
“ransitionGinGReverseGxicroemulsionsUGLangmuirSG1994SGXWSG[[]dT[[ab 4 15

103 nomputerâ��masedGStructureGplucidationGfromGSpectralGoataUGLecturebNotesbinbQuantumbChemistrybIISG
2015SG 0.6 14

102 ”singGindirectGcovarianceGspectraGtoGidentifyGartifactGresponsesGinGunsymmetricalGindirectG
covarianceGcalculatedGspectraUGMagneticbResonancebinbChemistrySG2008SG[aSGXZcT[Z 2.1 14

101 p{RGspectraGofGdichloroOpentamethylcyclopentadienylPbisOtrimethylphosphinePmolybdenumGinG
solutionGandGinGsingleGcrystalsGofGOn]xe]PxonlO{xeZPYOyYPUGInorganicbChemistrySG1991SGZWSGXXZTXXa 5.1 14

100 SourcingGdataGonGchemicalGpropertiesGandGhazardGdataGfromGtheG”STp{lGnomp“oxGnhemicalsG
oashboardeGlGpracticalGguideGforGhumanGriskGassessmentUGEnvironmentbInternationalSG2021SGX][SGXWa]aa 12.9 13
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99 pnablingGsighT“hroughputGSearchesGforGxultipleGnhemicalGoataG”singGtheG”USUTp{lGnomp“oxG
nhemicalsGoashboardUGJournalbofbChemicalbInformationbandbModelingSG2021SGaXSG]a]T]bW 6.1 13

98 G2011SG 13

97 nhemspidereGlG{latformGforGnrowdsourcedGnollaborationGtoGnurateGoataGoerivedGqromG{ublicG
nompoundGoatabasesZaZTZca 13

96 Y[UGxolecularGpolarisabilityUG“heGanisotropyGofGtheGsâ��zGbondGinGnormalGalcoholsUGJournalbofbtheb
ChemicalbSocietySG1960SGXYZTXYc 12

95 StericGeffectsGinGtheGsystemUGTetrahedronSG1965SGYXSGZYaZTZYbY 2.4 12

94 ScientificGwensesGtoGSupportGxultipleG–iewsGoverGwinkedGnhemistryGoataUGLecturebNotesbinbComputerb
ScienceSG2014SGdcTXXZ 0.9 12

93 “owardGtheGRationalGoesignGofGSustainableGsairGoyesG”singGnheminformaticsGlpproacheseGStepGXUG
oatabaseGoevelopmentGandGlnalysisUGACSbSustainablebChemistrybandbEngineeringSG2018SGaSGYZ[[TYZ]Y 8.3 11

92 “heGapplicationGofGempiricalGmethodsGofGOXZPnGyxRGchemicalGshiftGpredictionGasGaGfilterGforG
determiningGpossibleGrelativeGstereochemistryUGMagneticbResonancebinbChemistrySG2009SG[bSGZZZT[X 2.1 11

91 lpplicationsGofGcomputerGsoftwareGforGtheGinterpretationGandGmanagementGofGmassGspectrometryG
dataGinGpharmaceuticalGscienceUGCurrentbTopicsbinbMedicinalbChemistrySG2002SGYSGddTXWb 3 11

90 cXaUG“heGoxidationGofGdiphenylmethylenecyclobutaneUGJournalbofbthebChemicalbSocietySG1959SG[Waa 11

89 ZaZUGxolecularGpolarisabilityUG“heGmolarGverrGconstantsGofGphenolGandGitsGpTmethylSGchloroTSGbromoTSG
andGnitroTderivativesUGJournalbofbthebChemicalbSocietySG1960SGXcY]TXcYd 11

88 YXUG“heGdielectricGpolarisationsGandGapparentGdipoleGmomentsGofGalcoholsGasGsolutesUGJournalbofbtheb
ChemicalbSocietySG1960SGXWcTXX] 11

87 nheminformaticsGworkflowsGusingGmobileGappsUGChemrBiobInformaticsbJournalSG2013SGXZSGXTXc 0.8 11

86 RapidGexperimentalGmeasurementsGofGphysicochemicalGpropertiesGtoGinformGmodelsGandGtestingUG
SciencebofbthebTotalbEnvironmentSG2018SGaZaSGdWXTdWd 10.2 11

85 oevelopmentGandGlpplicationGofGwiquidGnhromatographicGRetentionG“imeGtndicesGinGsRxSTmasedG
SuspectGandGyontargetGScreeningUGAnalyticalbChemistrySG2021SGdZSGXXaWXTXXaXX 7.8 11

84 tnGSilicoGStudyGofGtnG–itroGr{nRGlssaysGbyG}SlRGxodelingUGMethodsbinbMolecularbBiologySG2016SGX[Y]SGZaXTcX1.4 10

83 “urningGSpiroketalsGtnsideGzuteGlGRearrangementG“riggeredGbyGanGpnolGptherGppoxidationUG
ChemistryOpenSG2015SG[SG]bbTcW 2.3 10

82
lGnombinedGltomicGqorceGxicroscopyGandGnomputationalGlpproachGforGtheGStructuralGplucidationG
ofGmreitfussinGlGandGmeGsighlyGxodifiedGsalogenatedGoipeptidesGfromG“huiariaGbreitfussiUG
AngewandtebChemieSG2012SGXY[SGXY[W[TXY[Wb

3.6 10
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81 lutomatedGstructureGelucidationGâ��GtheGbenefitsGofGaGsymbioticGrelationshipGbetweenGtheG
spectroscopistGandGtheGexpertGsystemUGJournalbofbHeterocyclicbChemistrySG2003SG[WSGXWXbTXWYd 1.9 10

80 narbonTXZGyxRGrelaxationGstudyGofGtheGoverallGandGinternalGmotionsGinGcompoundsGcontainingG
nToctylGchainsUGMagneticbResonancebinbChemistrySG1991SGYdSGYbZTYcX 2.1 10

79 “hermolysisGofGYTbenzylidenebenzocyclobutenolsUGJournalbofbOrganicbChemistrySG1992SG]bSGa]b]Ta]bd 4.2 10

78 SupportingGnonTtargetGidentificationGbyGaddingGhydrogenGdeuteriumGexchangeGxSVxSGcapabilitiesG
toGxetqragUGAnalyticalbandbBioanalyticalbChemistrySG2019SG[XXSG[acZT[bWW 4.4 9

77 lmbiguityGofGnonTsystematicGchemicalGidentifiersGwithinGandGbetweenGsmallTmoleculeGdatabasesUG
JournalbofbCheminformaticsSG2015SGbSG][ 8.6 9

76 “heGevaluationGofGtwoGcorrelationGtimesGforGmethylGgroupsGfromGcarbonTXZGspinTlatticeGrelaxationG
timesGandGyzpGdataUGJournalbofbMagneticbResonanceSG1990SGcaSGZbXTZb] 9

75 nhem“roveeGenablingGaGgenericGpwyGtoGsupportGchemistryGthroughGtheGuseGofGtransferableGplugTinsG
andGonlineGdataGsourcesUGJournalbofbChemicalbInformationbandbModelingSG2015SG]]SG]WXTd 6.1 8

74
”nsymmetricalGindirectGcovarianceGprocessingGofGhyphenatedGandGlongTrangeGheteronuclearGYoG
yxRGspectraGTGpnhancedGvisualizationGofGYunsGandG[unsGcorrelationGresponsesUGJournalbofb
HeterocyclicbChemistrySG2008SG[]SGXXWdTXXXZ

1.9 8

73 lGnewGapproachGtoGautomatedGfirstTorderGmultipletGanalysisUGMagneticbResonancebinbChemistrySG2002
SG[WSGZZXTZZa 2.1 8

72 SelfTdiffusionGnearGtheGpercolationGthresholdGinGreverseGmicroemulsionsUGPhysicalbReviewbESG1996SG
][SGR]dXZTR]dXa 2.4 8

71
rlobalGandGinternalGmolecularGdynamicsGofGpolyOacrylamideTcoTallylG
YTacetamidoTYTdeoxyToTglucopyranosidePGglycopolymersGfromGXZnGyxRGrelaxationGstudiesUG
CanadianbJournalbofbChemistrySG1993SGbXSGXdd]TYWWa

0.9 8

70
p{RGstudiesGofGchromiumGtungstenGcarbonylGsulfurGdimerSGS[xOnzP]]YTSGradicalsGOxGhGchromiumSG
tungstenPGtrappedGinGsingleGcrystalsGofGbisOtriphenylphosphinoPimiumGsaltSG{{yRsS[xOnzP]]YTUG
OrganometallicsSG1991SGXWSGXcWTXc]

3.8 8

69 RevisitingGqiveGβearsGofGnlSxtGnontestsGwithGp{lGtdentificationG“oolsUGMetabolitesSG2020SGXWSG 5.6 8

68 pSRGspectrumGofGtheGdiironGoctacarbonylGOqeYOnzPcTPGradicalGtrappedGinGsingleGcrystalsGofG
bisOtriphenylphosphinePnitrogenGdiironGoctacarbonylGO{{yRsqeYOnzPcTPUGOrganometallicsSG1990SGdSGadbTbWW3.8 7

67 p{RGstudiesGofGxOnzP]TGradicalsGOxGhGchromiumSGmolybdenumSGtungstenPGtrappedGinGsingleGcrystalsG
ofG{{yRsxOnzP]TUGOrganometallicsSG1990SGdSGYYdcTYZW[ 3.8 7

66 bacUG“heGpolarisationsGandGapparentGdipoleGmomentsGofGfourteenGnTalkylGbromidesGbetweenGmethylG
andGoctadecylGinGcarbonGtetrachlorideUGJournalbofbthebChemicalbSocietySG1965SG[Xc]T[Xcc 7

65 lccessingSGusingSGandGcreatingGchemicalGpropertyGdatabasesGforGcomputationalGtoxicologyGmodelingUG
MethodsbinbMolecularbBiologySG2012SGdYdSGYYXT[X 1.4 7

64 {redictingGinGvivoGeffectGlevelsGforGrepeatTdoseGsystemicGtoxicityGusingGchemicalSGbiologicalSGkineticG
andGstudyGcovariatesUGArchivesbofbToxicologySG2018SGdYSG]cbTaWW 5.8 7
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63 zySGzpenGxeltingG{ointGnollectionUGNaturebPrecedingsSG2011SG 6

62 ReverseGmicelleGtoGspongeGphaseGtransitionUGJournalbofbChemicalbPhysicsSG1997SGXWaSGbcadTbcbY 3.9 6

61 xultistepGcorrelationsGviaGcovarianceGprocessingGofGnzSβVrnzSβGspectraeGopportunitiesGandG
artifactsUGMagneticbResonancebinbChemistrySG2008SG[aSGddbTXWWY 2.1 6

60 lutomatedGstructureGelucidationGofGtwoGunexpectedGproductsGinGaGreactionGofGanG
alphaSbetaTunsaturatedGpyruvateUGMagneticbResonancebinbChemistrySG2004SG[YSG]abTbY 2.1 6

59 “heGyeedGforGSystematicGyamingGSoftwareG“oolsGforGpxchangeGofGnhemicalGtnformationUGMoleculesSG
1999SG[SGY]]TYaZ 4.8 6

58 lGxechanismGforGseteroatomGScramblingGinGtheGSynthesisGofG”nsymmetricalGnhalcogenopyryliumG
“rimethineGoyesUGJournalbofbOrganicbChemistrySG1995SGaWSGaaZXTaaZ[ 4.2 6

57 XsGandGXZnGchemicalGshiftGassignmentsGofGparaTsubstitutedGarylG
YTacetamidoTYTdeoxyT˛†ToTglucopyranosidesUGMagneticbResonancebinbChemistrySG1991SGYdSGc]YTc]c 2.1 6

56 SingleTcrystalGelectronGparamagneticGresonanceGstudyGofGtripletGexcitonsGinG
[qeOmesitylenePYRY][nZOnOnyPYPâ��Z]YUGJournalbofbChemicalbPhysicsSG1990SGdZSGYYYYTYYYb 3.9 6

55
plectronGparamagneticGresonanceGstudyGofGtheG[—OnzP[{{OzxePZ}]â��GradicalGanionGtrappedGinGaG
singleGcrystalGofG[yO{{hZPY][—OnzP[s{{OzxePZ}]UGJournalbofbthebChemicalbSocietybDaltonb
TransactionsSG1990SGZa]]

6

54 lgeingGinGniobiumTrichGniobiumThafniumTcarbonGalloysUGJournalbofbthebLessbCommonbMetalsSG1970SG
YXSGY]]TYbZ 6

53 {rogressGtowardsGanGzpnoGreportingGframeworkGforGtranscriptomicsGandGmetabolomicsGinG
regulatoryGtoxicologyUGRegulatorybToxicologybandbPharmacologySG2021SGXY]SGXW]WYW 3.4 6

52 tnnhteGconnectingGandGnavigatingGchemistryUGJournalbofbCheminformaticsSG2012SG[SGZZ 8.6 5

51 SpectroscopicGstudiesUG{artGt−UGtnfraredGspectraGandGstructureGofGsomeGcyclobutanecarboxylicGacidsUG
JournalbofbthebChemicalbSocietybBpbPhysicalbOrganicSG1968SGdWc 5

50 llkylidenecyclobutanesUG{artGttUG“heGoxidationGofGbenzylidenecyclobutaneGandGofG
bisTOpTmethoxyphenylPmethylenecyclobutaneUGJournalbofbthebChemicalbSocietybCpbOrganicSG1966SGa]] 5

49 tncorporatingGnommercialGandG{rivateGoataGintoGanGzpenGwinkedGoataG{latformGforGorugGoiscoveryUG
LecturebNotesbinbComputerbScienceSG2013SGa]TcW 0.9 5

48 SystematicGpvidenceGxapGforGzverGzneGsundredGandGqiftyG{erTGandG{olyfluoroalkylGSubstancesG
O{qlSPUUGEnvironmentalbHealthbPerspectivesSG2022SGXZWSG]aWWX 8.4 5

47
nonnectingGenvironmentalGexposureGandGneurodegenerationGusingGcheminformaticsGandGhighG
resolutionGmassGspectrometryeGpotentialGandGchallengesUGEnvironmentalbSciences:bProcessesbandb
ImpactsSG2019SGYXSGX[YaTX[[]

4.3 4

46 lutomatedGsystematicGnomenclatureGgenerationGforGorganicGcompoundsUGWileybInterdisciplinaryb
Reviews:bComputationalbMolecularbScienceSG2013SGZSGX]WTXaW 7.9 4
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45 “heGqutureGofGnhemicalGtnformationGtsGyowUGChemistrybInternationalSG2017SGZdSGdTX[ 1.6 4

44
SingleTnrystalGp{RGStudyGofG“ripletGpxcitonsGinG“etraethylammoniumG
YSZS]SaT“etracyanobenzoquinonideUGpvidenceGforGanGtnterdimerG“ripletGpxcitonUGJournalbofbtheb
AmericanbChemicalbSocietySG1995SGXXbSGY][bTY]]Y

16.4 4

43 ZY]UGxolecularGpolarisabilityUGnhloroformGasGaGsolventGforGtheGdeterminationGofGmolarGverrG
constantsGofGsolutesUGJournalbofbthebChemicalbSocietySG1961SGXabXTXaba 4

42 lG}ualitativeGxodelingGlpproachGforG—holeGrenomeG{redictionG”singGsighT“hroughputG
“oxicogenomicsGoataGandG{athwayTmasedG–alidationUGFrontiersbinbPharmacologySG2018SGdSGXWbY 5.6 4

41 nosurfactantGfacilitatedGtransportGinGreverseGmicroemulsionsG1997SGXaWTXad 4

40 nuringG“mGwithGopenGscienceUGTuberculosisSG2014SGd[SGXcZT] 2.6 3

39 znlineGchemicalGmodelingGenvironmentGOznspxPeGwebGplatformGforGdataGstorageSGmodelG
developmentGandGpublishingGofGchemicalGinformationUGJournalbofbCheminformaticsSG2011SGZSG 8.6 3

38 zptimizationGofGtheG”giGreactionGusingGparallelGsynthesisGandGautomatedGliquidGhandlingUGJournalbofb
VisualizedbExperimentsSG2008SG 1.6 3

37 nhemistryGnrowdsourcingGandGzpenGyotebookGScienceUGNaturebPrecedingsSG2008SG 3

36 –ariableTtemperatureGhighTpressureGinvestigationGofGtheGcobaltT]dGyxRGspectroscopyGofGaqueousG
vZ[noOnyPa]UGMagneticbResonancebinbChemistrySG2002SG[WSG]bTa[ 2.1 3

35 {redictingGcompoundGamenabilityGwithGliquidGchromatographyTmassGspectrometryGtoGimproveG
nonTtargetedGanalysisUGAnalyticalbandbBioanalyticalbChemistrySG2021SG[XZSGb[d]Tb]Wc 4.4 3

34 UGACSbSymposiumbSeriesSG2010SG 0.4 3

33 3

32 qluoroxatchGYUWTmakingGautomatedGandGcomprehensiveGnonTtargetedG{qlSGannotationGaGrealityUG
AnalyticalbandbBioanalyticalbChemistrySG2021SGX 4.4 3

31 nhemicalGnharacterizationGofGRecycledGnonsumerG{roductsG”singGSuspectGScreeningGlnalysisUG
EnvironmentalbSciencebhamp;bTechnologySG2021SG]]SGXXZb]TXXZcb 10.3 3

30 wlSSzTingG{otentialGyuclearGReceptorGlgonistsGandGlntagonistseGlGyewGnomputationalGxethodGforG
oatabaseGScreeningUGJournalbofbComputationalbMedicineSG2013SGYWXZSGXTc 2

29 —ebTbasedGinformationGmanagementGsystemUGTrACbrbTrendsbinbAnalyticalbChemistrySG1997SGXaSGZbWTZcW 14.6 2

28
lddendumGtoGâ��”singGneuralGnetworksGforGXZnGyxRGchemicalGshiftGpredictionâ��comparisonGwithG
traditionalGmethodsâ��G[uUGxagnUGResonUGX]bGOYWWYPGY[Yâ��Y]Y]UGJournalbofbMagneticbResonanceSG2004SG
XbXSGXTZ

3 2
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27 plectronGparamagneticGresonanceGstudiesGofGradicalGpairsG[xOnzPâ��]]YOxGhGnrSGxoSG—PGtrappedGinG
singleGcrystalsGofG{{hR[sxOnzPâ��]UGJournalbofbthebChemicalbSocietypbFaradaybTransactionsSG1991SGcbSGZXYX 2

26 “heGreactionGbetweenGethylGdiazoacetateGandGanthraceneGandGphenanthreneUGJournalbofbtheb
ChemicalbSocietybCpbOrganicSG1969SGac 2

25 “heGyearGtnfraTRedGlbsorptionGofGyormalGllcoholsGandGtheirGmromidesUGAustralianbJournalbofb
ChemistrySG1959SGXYSGb[Z 1.2 2

24 XXZUGxolecularGpolarisabilityeGchlorobenzeneGasGaGsolventGforGtheGdeterminationGofGmolarGverrG
constantsGofGsolutesUGJournalbofbthebChemicalbSocietySG1964SG]aYT]a] 2

23 “heGnewGalchemyeGznlineGnetworkingSGdataGsharingGandGresearchGactivityGdistributionGtoolsGforG
scientistsUGFvuuuResearchSG2017SGaSGXZX] 3.6 2

22 StructureGplucidationGfromGYoGyxRGSpectraG”singGtheGStrucplucGpxpertGSystemeGGoetectionGandG
RemovalGofGnontradictionsGinGtheGoata 2

21 UGNaturebPrecedingsS 2

20 ”singGtheG”USUGp{lGnomp“oxGnhemicalsGoashboardGtoGinterpretGtargetedGandGnonTtargetedGrnTxSG
analysesGfromGhumanGbreathGandGotherGbiologicalGmediaUGJournalbofbBreathbResearchSG2021SG 3.1 2

19 nomputationalG“oolsGforGloxp“G{rofilingG2018SGYXXTY[[ 1

18 xobileGlppsGforGrreenGnhemistryG2016SGXTd 1

17 nhemSpidereGsowGaGqreeGnommunityGResourceGofGoataGnanGSupportGtheG“eachingGofGyxRG
SpectroscopyUGACSbSymposiumbSeriesSG2013SGZWbTZXd 0.4 1

16 ”tilizingGopenGsourceGsoftwareGtoGfacilitateGcommunicationGofGchemistryGatGRSnG2012SGaZTcb 1

15 nhapterGXYewigandTmasedGxodelingGofG“oxicityUGRSCbDrugbDiscoverybSeriesSZXYTZ[[ 0.6 1

14 nollaborationsGinGnhemistryc]Tdc 1

13 {redictingGmolecularGinitiatingGeventsGusingGchemicalGtargetGannotationsGandGgeneGexpressionUUG
BioDatabMiningSG2022SGX]SGb 4.3 1

12 pwt−tRGandG“oxicologyeGaGcommunityGinGdevelopmentUGFvuuuResearchSG2021SGXWSGXXYd 3.6 0

11 nurationGofGaGlistGofGchemicalsGinGbiosolidsGfromGp{lGyationalGSewageGSludgeGSurveysGMGmiennialG
ReviewGReportsUUGScientificbDataSG2022SGdSGXcW 8.2 0

10 waboratoryGtnformationGxanagementGSystemsGOwtxSPG2017SG]YWT]Y]
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9 “urningGSpiroketalsGtnsideGzuteGlGRearrangementG“riggeredGbyGanGpnolGptherGppoxidationUG
ChemistryOpenSG2015SG[SG][Y 2.3

8 waboratoryGtnformationGxanagementGSystemsGOwtxSPG2010SGXY]]TXYaX

7 lnalysisGofGtheGXZnGandGXsGspectraGofGmixturesGofGbenzylideneGderivativesUGMagneticbResonancebinb
ChemistrySG1994SGZYSG[daT[dc 2.1

6
SubstituentTinducedGchemicalGshiftsGofGaromaticGcarbonGcentresGinGaGseriesGofGnonTacetylatedGandG
peracetylatedG{araTsubstitutedGarylGYTyTacetamidoTYTdeoxyT˛†ToTglucopyranosidesUGMagneticb
ResonancebinbChemistrySG1995SGZZSGdcXTdc[

2.1

5 p{RGspectraGinG˛‡TirradiatedG{{yRsqe—OnzPdâ��GcrystalsUGMagneticbResonancebinbChemistrySG1991SGYdSG[baT[cX2.1

4 StrategiesGofGStructureGplucidationUGLecturebNotesbinbQuantumbChemistrybIISG2015SG]ZTd] 0.6

3 StructureGplucidationG”singGStrictGStructureGrenerationUGLecturebNotesbinbQuantumbChemistrybIISG2015
SGXcZTZWa 0.6

2 qundamentalsGofGStructureGplucidatorGSystemUGLecturebNotesbinbQuantumbChemistrybIISG2015SGZT]X 0.6

1 SimpleGpxamplesGofGStructureGplucidationUGLecturebNotesbinbQuantumbChemistrybIISG2015SGddTXcW 0.6
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