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282 ”eactionGzechanismGteneratorgGnutomaticGconstructionGofGchemicalGkineticGmechanismsUGComputerc
PhysicscCommunicationsSG2016SGYWZSGYXYTYYb 4.2 335

281 PredictionGofGOrganicG”eactionGOutcomesG singGzachineGyearningUGACScCentralcScienceSG2017SGZSGaZaTaaZ16.8 325

280 nGroboticGplatformGforGflowGsynthesisGofGorganicGcompoundsGinformedGbyGnvGplanningUGScienceSG2019SG
ZcbSG 33.3 271

279 zachineGyearningGinGpomputerTnidedG–ynthesisGPlanningUGAccountscofcChemicalcResearchSG2018SGbXSGXYeXTXYef24.3 255

278 nGgraphTconvolutionalGneuralGnetworkGmodelGforGtheGpredictionGofGchemicalGreactivityUGChemicalc
ScienceSG2019SGXWSGZdWTZdd 9.4 237

277 pomprehensiveGreactionGmechanismGforGnTbutanolGpyrolysisGandGcombustionUGCombustioncandcFlame
SG2011SGXbeSGXcTaX 5.3 210

276 qetailedGmodelingGofGPnuGandGsootGformationGinGaGlaminarGpremixedGbenzeneVoxygenVargonG
lowTpressureGflameUGProceedingscofcthecCombustioncInstituteSG2005SGZWSGXZfdTXaWb 5.9 207

275 uighTgradientGmagneticGseparationGofGcoatedGmagneticGnanoparticlesUGAICHEcJournalSG2004SGbWSGYeZbTYeae3.6 201

274 vntramolecularGhydrogenGmigrationGinGalkylperoxyGandGhydroperoxyalkylperoxyGradicalsgGaccurateG
treatmentGofGhinderedGrotorsUGJournalcofcPhysicalcChemistrycASG2010SGXXaSGbcefTdWX 2.8 196

273 ponvolutionalGrmbeddingGofGnttributedGzolecularGtraphsGforGPhysicalGPropertyGPredictionUGJournalc
ofcChemicalcInformationcandcModelingSG2017SGbdSGXdbdTXddY 6.1 191

272 ”oleGofGOYGRG“OOuGinGlowTtemperatureGignitionGofGpropaneUGXUG—emperatureGandGpressureG
dependentGrateGcoefficientsUGJournalcofcPhysicalcChemistrycASG2012SGXXcSGZZYbTac 2.8 188

271 pomputationalGvnvestigationGofG—hermochemistryGandGxineticsGofG–teamGzethaneG”eformingGonG
†iOXXXPGunderG”ealisticGponditionsUGJournalcofcPhysicalcChemistrycCSG2009SGXXZSGaefeTafWe 3.8 186

270 ”ateToasedGponstructionGofGxineticGzodelsGforGpomplexG–ystemsUGJournalcofcPhysicalcChemistrycASG
1997SGXWXSGZdZXTZdaW 2.8 173

269 ”eactivityGandGstabilityGinvestigationGofGsupportedGmolybdenumGoxideGcatalystsGforGtheG
hydrodeoxygenationGOuqOPGofGmTcresolUGJournalcofcCatalysisSG2015SGZZXSGecTfd 7.3 159

268
qramaticG–olventGrffectsGonGtheGnbsoluteG”ateGponstantsGforGnbstractionGofGtheGuydroxylicG
uydrogenGntomGfromGtertToutylGuydroperoxideGandGPhenolGbyGtheGpumyloxylG”adicalUG—heG”oleGofG
uydrogenGoondingUGJournalcofcthecAmericancChemicalcSocietySG1995SGXXdSGYfYfTYfZW

16.4 143

267 —ransitionG–tatesGandG”ateGponstantsGforG nimolecularG”eactionsUGAnnualcReviewcofcPhysicalc
ChemistrySG1992SGaZSGbfXTcYc 15.7 139

266 qatabaseGofGsmallGmoleculeGthermochemistryGforGcombustionUGJournalcofcPhysicalcChemistrycASG2012SG
XXcSGfWZZTbd 2.8 133
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265  singGzachineGyearningG—oGPredictG–uitableGponditionsGforGOrganicG”eactionsUGACScCentralcScienceSG
2018SGaSGXacbTXadc 16.8 131

264 OptimallyTreducedGkineticGmodelsgGreactionGeliminationGinGlargeTscaleGkineticGmechanismsUG
CombustioncandcFlameSG2003SGXZbSGXfXTYWe 5.3 129

263 ”eactionG”ateGPredictionGviaGtroupGndditivityGPartGXgGGuGnbstractionGfromGnlkanesGbyGuGandGpuZUG
JournalcofcPhysicalcChemistrycASG2001SGXWbSGcfXWTcfYb 2.8 129

262
†ewGpathwaysGforGformationGofGacidsGandGcarbonylGproductsGinGlowTtemperatureGoxidationgGtheG
xorcekGdecompositionGofG˛‡TketohydroperoxidesUGJournalcofcthecAmericancChemicalcSocietySG2013SG
XZbSGXXXWWTXa

16.4 124

261 oondGbreakingGwithoutGbarriersgGPhotofragmentationGofGketeneGatGtheGsingletGthresholdUGJournalcofc
ChemicalcPhysicsSG1988SGefSGZXaTZYe 3.9 123

260 nnharmonicGcorrectionsGtoGvibrationalGtransitionGintensitiesUGThecJournalcofcPhysicalcChemistrySG1990SG
faSGbcWeTbcXc 119

259 sormationGofGpolycyclicGaromaticGhydrocarbonsGandGtheirGradicalsGinGaGnearlyGsootingGpremixedG
benzeneGflameUGProceedingscofcthecCombustioncInstituteSG2000SGYeSGYcWfTYcXe 5.9 118

258 ³aterToasedGzagneticGsluidsGasGrxtractantsGforG–yntheticGOrganicGpompoundsUGIndustrialciamp;c
EngineeringcChemistrycResearchSG2002SGaXSGadZfTadaf 3.9 117

257 papturingGpressureTdependenceGinGautomatedGmechanismGgenerationgG”eactionsGthroughGcycloalkylG
intermediatesUGInternationalcJournalcofcChemicalcKineticsSG2003SGZbSGfbTXXf 1.4 116

256 rlectronicG–tructuresGandGteometriesGofGpcWGnnionsGviaGqensityGsunctionalGpalculationsUGThec
JournalcofcPhysicalcChemistrySG1996SGXWWSGXaefYTXaefe 115

255 pomputerTnssistedG”etrosynthesisGoasedGonGzolecularG–imilarityUGACScCentralcScienceSG2017SGZSGXYZdTXYab16.8 112

254 nnharmonicGvibrationalGpropertiesGofGpuYsYGgGnGcomparisonGofGtheoryGandGexperimentUGJournalcofc
ChemicalcPhysicsSG1991SGfbSGeZYZTeZZc 3.9 110

253  pperGboundGonGtheGyieldGforGoxidativeGcouplingGofGmethaneUGJournalcofcCatalysisSG2003SGYXeSGZYXTZZZ 7.3 109

252  nderstandingGlowTtemperatureGfirstTstageGignitionGdelaygGPropaneUGCombustioncandcFlameSG2015SG
XcYSGZcbeTZcdZ 5.3 101

251 ”eactionG”ateGPredictionGviaGtroupGndditivitySGPartGYgGGuTnbstractionGfromGnlkenesSGnlkynesSG
nlcoholsSGnldehydesSGandGncidsGbyGuGntomsUGJournalcofcPhysicalcChemistrycASG2001SGXWbSGefcfTefea 2.8 98

250 nutomaticGreactionGnetworkGgenerationGusingG”ztGforGsteamGcrackingGofGnThexaneUGAICHEcJournalSG
2006SGbYSGdXeTdZW 3.6 97

249 —hermodynamicGPropertiesGandGxineticGParametersGforGpyclicGrtherGsormationGfromG
uydroperoxyalkylG”adicalsUGJournalcofcPhysicalcChemistrycASG2003SGXWdSGafWeTafYW 2.8 95

248 —heGpredictionGofGspectroscopicGpropertiesGfromGquarticGcorrelatedGforceGfieldsgGuppsSGuspOSG–iuRZUG
JournalcofcChemicalcPhysicsSG1990SGfZSGafcbTafeX 3.9 94
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247 qetailedGxineticG–tudyGofGtheGtrowthGofG–mallGPolycyclicGnromaticGuydrocarbonsUGXUGXT†aphthylGRG
rthyneâ� UGJournalcofcPhysicalcChemistrycASG2001SGXWbSGXbcXTXbdZ 2.8 92

246 –p–coregG–yntheticGpomplexityGyearnedGfromGaG”eactionGporpusUGJournalcofcChemicalcInformationc
andcModelingSG2018SGbeSGYbYTYcX 6.1 90

245 nutomatedGqiscoveryGofGrlementaryGphemicalG”eactionG–tepsG singGsreezingG–tringGandGoernyG
OptimizationGzethodsUGJournalcofcChemicalcTheorycandcComputationSG2015SGXXSGaYaeTbf 6.4 86

244  pgradingGandGdesulfurizationGofGheavyGoilsGbyGsupercriticalGwaterUGJournalcofcSupercriticalcFluidsSG
2015SGfcSGXXaTXYZ 4.2 86

243 ”PzqrategGoimolecularGchemicalGreactionGratesGfromGringGpolymerGmolecularGdynamicsUGComputerc
PhysicscCommunicationsSG2013SGXeaSGeZZTeaW 4.2 84

242 uighTtemperatureGoxidationGchemistryGofGnTbutanolTTexperimentsGinGlowTpressureGpremixedGflamesG
andGdetailedGkineticGmodelingUGPhysicalcChemistrycChemicalcPhysicsSG2011SGXZSGYWYcYTda 3.6 83

241 zechanismGtenerationGwithGvntegratedGPressureGqependenceg´ GnG†ewGzodelGforGzethaneG
PyrolysisUGJournalcofcPhysicalcChemistrycASG2003SGXWdSGebbYTebcb 2.8 79

240 nccurateGandGefficientGmethodGforGpredictingGthermochemistryGofGpolycyclicGaromaticGhydrocarbonsG
TGbondTcenteredGgroupGadditivityUGJournalcofcthecAmericancChemicalcSocietySG2004SGXYcSGXYcebTdWW 16.4 78

239 nnGadaptiveGchemistryGapproachGtoGmodelingGcomplexGkineticsGinGreactingGflowsUGCombustioncandc
FlameSG2003SGXZZSGabXTacb 5.3 78

238 —heoreticalGassignmentGofGtheGvisibleGspectrumGofGsingletGmethyleneUGJournalcofcChemicalcPhysicsSG
1991SGfaSGXXeTXZY 3.9 77

237 nutomaticGestimationGofGpressureTdependentGrateGcoefficientsUGPhysicalcChemistrycChemicalcPhysicsSG
2012SGXaSGXXZXTbb 3.6 76

236 °ibrationTrotationGcoordinatesGandGkineticGenergyGoperatorsGforGpolyatomicGmoleculesUGMolecularc
PhysicsSG1991SGdZSGXXeZTXYWe 1.7 76

235 tlobalGdynamicGoptimizationGforGparameterGestimationGinGchemicalGkineticsUGJournalcofcPhysicalc
ChemistrycASG2006SGXXWSGfdXTc 2.8 74

234 qirectGkineticGmeasurementsGofGreactionsGbetweenGtheGsimplestGpriegeeGintermediateGpuYOOGandG
alkenesUGJournalcofcPhysicalcChemistrycASG2014SGXXeSGXffdTYWWc 2.8 73

233 pomputationalGvnvestigationGofGtheG—hermochemistryGandGxineticsGofG–teamGzethaneG”eformingG
OverGaGzultiTsacetedG†ickelGpatalystUGTopicscincCatalysisSG2011SGbaSGeYeTeaa 2.3 73

232 pomputerGponstructionGofGqetailedGphemicalGxineticGzodelsGforGtasTPhaseG”eactorsUGIndustrialc
iamp;cEngineeringcChemistrycResearchSG2001SGaWSGbZcYTbZdW 3.9 73

231 xineticGanharmonicGcouplingGinGtheGtrihalomethanesgGnGmechanismGforGrapidGintramolecularG
redistributionGofGpuGstretchGvibrationalGenergyUGJournalcofcChemicalcPhysicsSG1987SGecSGcWWWTcWXX 3.9 72

230 –upercriticalG³aterGqesulfurizationGofGOrganicG–ulfidesGvsGponsistentGwithGsreeT”adicalGxineticsUG
Energyciamp;cFuelsSG2013SGYdSGcXWeTcXXd 4.1 71
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229 nGprioriGrateGconstantsGforGkineticGmodelingUGTheoreticalcChemistrycAccountsSG2002SGXWeSGXedTYXZ 1.9 71

228 nGperturbationGtheoryGguideGtoGopenTshellGcomplexesgGOuâ��nrOXGY˛ PUGJournalcofcChemicalcPhysicsSG
1992SGfcSGYbdZTYbea 3.9 70

227 nccurateGuighT—emperatureG”eactionG†etworksGforGnlternativeGsuelsgGoutanolGvsomersUGIndustrialc
iamp;cEngineeringcChemistrycResearchSG2010SGafSGXWZffTXWaYW 3.9 68

226 OxygenateSGoxyalkylGandGalkoxycarbonylGthermochemistryGandGratesGforGhydrogenGabstractionGfromG
oxygenatesUGPhysicalcChemistrycChemicalcPhysicsSG2003SGbSGZaWYTZaXd 3.6 67

225 ”ateGcoefficientsGandGkineticGisotopeGeffectsGofGtheGXGRGpuaGTkGpuZGRGuXGOXGjGuSGqSGzuPGreactionsGfromG
ringGpolymerGmolecularGdynamicsUGJournalcofcChemicalcPhysicsSG2013SGXZeSGWfaZWd 3.9 66

224 —heoreticalGrateGcoefficientsGforGallylRuOYGandGallyloxyGdecompositionUGProceedingscofcthec
CombustioncInstituteSG2011SGZZSGYdZTYeY 5.9 64

223 —owardGaGpomprehensiveGzodelGofGtheG–ynthesisGofG—iOYParticlesGfromG—iplaUGIndustrialciamp;c
EngineeringcChemistrycResearchSG2007SGacSGcXadTcXbc 3.9 64

222 qirectGqeterminationGofGtheG–implestGpriegeeGvntermediateGOpuYOOPG–elfG”eactionG”ateUGJournalcofc
PhysicalcChemistrycLettersSG2014SGbSGYYYaTe 6.4 63

221
”ingGPolymerGzolecularGqynamicsGpalculationsGofG—hermalG”ateGponstantsGforGtheGOOOZPPPGRGpuaGTkG
OuGRGpuZG”eactiongGpontributionsGofG“uantumGrffectsUGJournalcofcPhysicalcChemistrycLettersSG2013SG
aSGaeTbY

6.4 63

220
pommunicationgGfullGdimensionalGquantumGrateGcoefficientsGandGkineticGisotopeGeffectsGfromGringG
polymerGmolecularGdynamicsGforGaGsevenTatomGreactionGOuGRGpuaGTkGpuZGRGuYOUGJournalcofcChemicalc
PhysicsSG2013SGXZeSGYYXXWZ

3.9 62

219 sirstTprinciplesGthermochemistryGforGtheGproductionGofG—iOYGfromG—iplaUGJournalcofcPhysicalc
ChemistrycASG2007SGXXXSGZbcWTb 2.8 62

218 xineticGmodelGforGpolycrystallineGPdVPdOxGinGoxidationVreductionGcyclesUGAppliedcCatalysiscA:cGeneral
SG2003SGYaaSGZYZTZaW 5.1 62

217 pombustionGandGpyrolysisGofGisoTbutanolgGrxperimentalGandGchemicalGkineticGmodelingGstudyUG
CombustioncandcFlameSG2013SGXcWSGXfWdTXfYf 5.3 61

216 tlobalGsolutionGofGsemiTinfiniteGprogramsUGMathematicalcProgrammingSG2005SGXWZSGYeZTZWd 2.1 61

215 pomputedGrateGcoefficientsGandGproductGyieldsGforGcTpbubGRGpuZGTTkGproductsUGJournalcofcPhysicalc
ChemistrycASG2009SGXXZSGeedXTeY 2.8 60

214 nGdetailedGcombinedGexperimentalGandGtheoreticalGstudyGonGdimethylGetherVpropaneGblendedG
oxidationUGCombustioncandcFlameSG2016SGXceSGZXWTZZW 5.3 60

213 ”eactionG”ateGPredictionsG°iaGtroupGndditivityUGPartGZgGGrffectGofG–ubstituentsGwithGpuYGasGtheG
zediatorUGJournalcofcPhysicalcChemistrycASG2002SGXWcSGbadaTbaef 2.8 58

212 wPTXWGcombustionGstudiedGwithGshockGtubeGexperimentsGandGmodeledGwithGautomaticGreactionG
mechanismGgenerationUGCombustioncandcFlameSG2015SGXcYSGZXXbTZXYf 5.3 57
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211 qetailedGxineticGzodelingGofGvronG†anoparticleG–ynthesisGfromGtheGqecompositionGofGseOpOPbUG
JournalcofcPhysicalcChemistrycCSG2007SGXXXSGbcddTbcee 3.8 56

210 —heGelectrostaticGoriginGofGnbrahamNsGsoluteGpolarityGparameterUGJournalcofcPhysicalcChemistrycBSG
2005SGXWfSGdbcaTdZ 3.4 56

209 pouplingGofGpuGstretchingGandGbendingGvibrationsGinGtrihalomethanesUGJournalcofcChemicalcPhysicsSG
1987SGecSGbffaTbfff 3.9 56

208 –tructuralGPropertiesGandG”eactivityG—rendsGofGzolybdenumGOxideGpatalystsG–upportedGonG−irconiaG
forGtheGuydrodeoxygenationGofGnnisoleUGACScSustainablecChemistrycandcEngineeringSG2017SGbSGbYfZTbZWX 8.3 55

207 rlementaryG”eactionGzechanismGforGoenzeneGOxidationGinG–upercriticalG³aterâ� UGJournalcofcPhysicalc
ChemistrycASG2000SGXWaSGXWbdcTXWbec 2.8 55

206 yearningGonlyGbuysGyouGsoGmuchgGPracticalGlimitsGonGbatteryGpriceGreductionUGAppliedcEnergySG2019SG
YZfSGYXeTYYa 10.7 54

205 –tressG—estGforG“uantumGqynamicsGnpproximationsgGqeepG—unnelingGinGtheGzuoniumGrxchangeG
”eactionGqGRGuzuGTkGqzuGRGuUGJournalcofcPhysicalcChemistrycLettersSG2014SGbSGaYXfTYa 6.4 54

204 OnGupgradingGtheGnumericsGinGcombustionGchemistryGcodesUGCombustioncandcFlameSG2002SGXYeSGYdWTYfX 5.3 54

203 purrentGandGsutureG”olesGofGnrtificialGvntelligenceGinGzedicinalGphemistryG–ynthesisUGJournalcofc
MedicinalcChemistrySG2020SGcZSGeccdTeceY 8.3 53

202 —heGroleGofGcatalystGinGsupercriticalGwaterGdesulfurizationUGAppliedcCatalysiscB:cEnvironmentalSG2014SG
XadSGXaaTXbb 21.8 51

201  nimolecularG”eactionGPathwaysGofGaG˛‡TxetohydroperoxideGfromGpombinedGnpplicationGofG
nutomatedG”eactionGqiscoveryGzethodsUGJournalcofcthecAmericancChemicalcSocietySG2018SGXaWSGXWZbTXWae16.4 50

200 rvaluatingG–calableG ncertaintyGrstimationGzethodsGforGqeepGyearningToasedGzolecularGPropertyG
PredictionUGJournalcofcChemicalcInformationcandcModelingSG2020SGcWSGYcfdTYdXd 6.1 49

199 nGstudyGofGtheGgroundGelectronicGstateGofGtheGisomersGofGpu†OUGMolecularcPhysicsSG1993SGdeSGZXfTZaZ 1.7 49

198 pombiningGexperimentGandGtheoryGtoGelucidateGtheGroleGofGsupercriticalGwaterGinGsulfideG
decompositionUGPhysicalcChemistrycChemicalcPhysicsSG2014SGXcSGfYYWTe 3.6 48

197 “uantumGrateGcoefficientsGandGkineticGisotopeGeffectGforGtheGreactionGplGRGpuaGTkGuplGRGpuZGfromGringG
polymerGmolecularGdynamicsUGJournalcofcPhysicalcChemistrycASG2014SGXXeSGXfefTfc 2.8 47

196 nbGinitioGpredictionGofGfundamentalSGovertoneGandGcombinationGbandGinfraredGintensitiesUGChemicalc
PhysicscLettersSG1990SGXcfSGXYdTXZd 2.5 47

195
—heoreticalGkineticsGstudyGofGtheGOO´‡PPGRGpuâ��Vpqâ��GhydrogenGabstractionGreactiongGtheGroleGofG
anharmonicitySGrecrossingGeffectsSGandGquantumGmechanicalGtunnelingUGJournalcofcPhysicalcChemistryc
ASG2014SGXXeSGZYaZTbY

2.8 46

194 OxidativeGqesulfurizationGofGziddleTqistillateGsuelsG singGnctivatedGparbonGandGPowerG ltrasoundUG
Energyciamp;cFuelsSG2012SGYcSGbXcaTbXdc 4.1 46

WilliamuHuGreen

6



193 nbGinitioGscreeningGofGmetalGsorbentsGforGelementalGmercuryGcaptureGinGsyngasGstreamsUGChemicalc
EngineeringcScienceSG2010SGcbSGZWYbTZWZZ 4.4 46

192 rxchangeTcorrelationGfunctionalsGfromGabGinitioGelectronGdensitiesUGChemicalcPhysicscLettersSG1997SG
YdZSGXeZTXfa 2.5 46

191 oondTbreakingGwithoutGbarriersUGvvUG°ibrationallyGexcitedGproductsUGJournalcofcChemicalcPhysicsSG1991SG
faSGXfcXTXfcf 3.9 46

190 nGcoordinatedGinvestigationGofGtheGcombustionGchemistryGofGdiisopropylGketoneSGaGprototypeGforG
biofuelsGproducedGbyGendophyticGfungiUGCombustioncandcFlameSG2014SGXcXSGdXXTdYa 5.3 45

189 nGdetailedGkineticGmodelGforGcombustionGsynthesisGofGtitaniaGfromG—iplaUGCombustioncandcFlameSG
2009SGXbcSGXdcaTXddW 5.3 45

188 vntervalGzethodsGforG–emiTvnfiniteGProgramsUGComputationalcOptimizationcandcApplicationsSG2005SG
ZWSGcZTfZ 1.4 45

187 rconomicGandGenvironmentalGbenefitsGofGhigherToctaneGgasolineUGEnvironmentalcScienceciamp;c
TechnologySG2014SGaeSGcbcXTe 10.3 44

186 phemicallyGactivatedGformationGofGorganicGacidsGinGreactionsGofGtheGpriegeeGintermediateGwithG
aldehydesGandGketonesUGPhysicalcChemistrycChemicalcPhysicsSG2013SGXbSGXceaXTbY 3.6 44

185 PredictingGsolvationGenergiesGforGkineticGmodelingUGAnnualcReportsconcthecProgresscofcChemistryc
SectioncCSG2010SGXWcSGYXX 44

184 ”igorousGvalidGrangesGforGoptimallyGreducedGkineticGmodelsUGCombustioncandcFlameSG2006SGXacSGZaeTZcb 5.3 44

183 ”qphiralgGnnG”qxitG³rapperGforGuandlingG–tereochemistryGinG”etrosyntheticG—emplateGrxtractionG
andGnpplicationUGJournalcofcChemicalcInformationcandcModelingSG2019SGbfSGYbYfTYbZd 6.1 43

182
”ingTpolymerGmolecularGdynamicsgGrateGcoefficientGcalculationsGforGenergeticallyGsymmetricGOnearG
thermoneutralPGinsertionGreactionsGOXGRGuYPGTkGuXGRGuOXGjGpOXqPSG–OXqPPUGJournalcofcChemicalcPhysicsSG
2014SGXaXSGYaaXWZ

3.9 43

181 ncceleratingGmultiTdimensionalGcombustionGsimulationsGusingGtP GandGhybridGexplicitVimplicitGOqrG
integrationUGCombustioncandcFlameSG2012SGXbfSGYZeeTYZfd 5.3 43

180
 nderstandingG nimolecularGqissociationsGwithGyooseG—ransitionG–tatesgGPhotofragmentationG
qynamicsGofGxeteneGatGtheG–ingletG—hresholdUGZeitschriftcFurcElektrotechnikcUndcElektrochemieSG1988SG
fYSGZefTZfc

43

179 PressureGdependentGkineticGanalysisGofGpathwaysGtoGnaphthaleneGfromGcyclopentadienylG
recombinationUGCombustioncandcFlameSG2018SGXedSGYadTYbc 5.3 42

178 —heGpredictiveGcapabilityGofGanGautomaticallyGgeneratedGcombustionGchemistryGmechanismgG
phemicalGstructuresGofGpremixedGisoTbutanolGflamesUGCombustioncandcFlameSG2013SGXcWSGYZaZTYZbX 5.3 42

177
qesignGandGimplementationGofGaGnextTgenerationGsoftwareGinterfaceGforGonTtheTflyGquantumGandG
forceGfieldGcalculationsGinGautomatedGreactionGmechanismGgenerationUGComputerscandcChemicalc
EngineeringSG2013SGbYSGZbTab

4 42

176 zinimizingGrTfactorGinGtheGcontinuousTflowGsynthesisGofGdiazepamGandGatropineUGBioorganiccandc
MedicinalcChemistrySG2017SGYbSGcYZZTcYaX 3.4 41

(2017-2010)
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175 nGconsistentTsplittingGapproachGtoGcomputingGstiffGsteadyTstateGreactingGflowsGwithGadaptiveG
chemistryUGCombustioncTheorycandcModellingSG2003SGdSGZeZTZff 1.5 41

174 nccurateG—hermochemistryGwithG–mallGqataG–etsgGnGoondGndditivityGporrectionGandG—ransferG
yearningGnpproachUGJournalcofcPhysicalcChemistrycASG2019SGXYZSGbeYcTbeZb 2.8 40

173 nbGinitioGaqueousGthermochemistrygGapplicationGtoGtheGoxidationGofGhydroxylamineGinGnitricGacidG
solutionUGJournalcofcPhysicalcChemistrycBSG2007SGXXXSGXXfceTeZ 3.4 40

172
–teamGmethaneGreformingGonGaG†iTbasedGbimetallicGcatalystgGdensityGfunctionalGtheoryGandG
experimentalGstudiesGofGtheGcatalyticGconsequenceGofGsurfaceGalloyingGofG†iGwithGngUGCatalysisc
SciencecandcTechnologySG2017SGdSGXdXZTXdYb

5.5 39

171
”edesigningGcombustionGmodelingGalgorithmsGforGtheGtraphicsGProcessingG nitGOtP PgGphemicalG
kineticGrateGevaluationGandGordinaryGdifferentialGequationGintegrationUGCombustioncandcFlameSG2011SG
XbeSGeZcTead

5.3 39

170
qetailedGchemicalGkineticGmodelingGofGwPTXWGOexoTtetrahydrodicyclopentadienePGhighTtemperatureG
oxidationgGrxploringGtheGroleGofGbiradicalGspeciesGinGinitialGdecompositionGstepsUGInternationalcJournalc
ofcChemicalcKineticsSG2012SGaaSGXdfTXfZ

1.4 38

169 zodelingGofGXSZThexadieneSGYSaThexadieneGandGXSaThexadieneTdopedGmethaneGflamesgGslameG
modelingSGbenzeneGandGstyreneGformationUGCombustioncandcFlameSG2010SGXbdSGXZZXTXZab 5.3 38

168 PredictiveGxineticsgGnG†ewGnpproachGforGtheGYXstGpenturyUGAdvancescincChemicalcEngineeringSG2007SGXTZXZ0.6 38

167 —hermodynamicGPropertiesGofGxetenesgGGtroupGndditivityG°aluesGfromG“uantumGphemicalG
palculationsUGJournalcofcPhysicalcChemistrycASG2002SGXWcSGdfZdTdfaf 2.8 38

166 qeepGyearningGofGnctivationGrnergiesUGJournalcofcPhysicalcChemistrycLettersSG2020SGXXSGYffYTYffd 6.4 37

165 nutomatedGcomputationalGthermochemistryGforGbutaneGoxidationgGnGpreludeGtoGpredictiveG
automatedGcombustionGkineticsUGProceedingscofcthecCombustioncInstituteSG2019SGZdSGZcZTZdX 5.9 37

164 xineticGzodelingGofGwetGPropellantTXWGPyrolysisUGEnergyciamp;cFuelsSG2015SGYfSGaXZTaYd 4.1 37

163 rxperimentalGandGzodelingG–tudyGonGtheG—hermalGqecompositionGofGwetGPropellantTXWUGEnergyc
iamp;cFuelsSG2014SGYeSGafdcTafeb 4.1 36

162 ”eactionGofGphenylGradicalGwithGpropyleneGasGaGpossibleGsourceGofGindeneGandGotherGpolycyclicG
aromaticGhydrocarbonsgGanGabGinitioV””xzTzrGstudyUGJournalcofcPhysicalcChemistrycASG2012SGXXcSGaXdcTfX2.8 35

161 PerspectiveGonGzechanismGqevelopmentGandG–tructureTnctivityG”elationshipsGforGtasTPhaseG
ntmosphericGphemistryUGInternationalcJournalcofcChemicalcKineticsSG2018SGbWSGaZbTacf 1.4 34

160 –tructureGofGpolymerTstabilizedGmagneticGfluidsgGsmallTangleGneutronGscatteringGandGmeanTfieldG
latticeGmodelingUGLangmuirSG2004SGYWSGbYYZTZa 4 34

159 PredictionGofGtheGxnockGyimitGandG°iableGOperatingG”angeGforGaGuomogeneousTphargeG
pompressionTvgnitionGOuppvPGrngineG2003SG 33

158 ”eactionGzechanismGteneratorGvZUWgGndvancesGinGnutomaticGzechanismGtenerationUGJournalcofc
ChemicalcInformationcandcModelingSG2021SGcXSGYcecTYcfc 6.1 32

WilliamuHuGreen
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157
³hichGnbGvnitioG³aveGsunctionGzethodsGnreGndequateGforG“uantitativeGpalculationsGofGtheG
rnergiesGofGoiradicalslG—heGPerformanceGofGpoupledTplusterGandGzultiT”eferenceGzethodsGnlongGaG
–ingleToondGqissociationGpoordinateUGJournalcofcChemicalcTheorycandcComputationSG2013SGfSGaXeTZX

6.4 31

156 OptimalGautomaticGreactionGandGspeciesGeliminationGinGkineticGmechanismsUGCombustioncandcFlameSG
2008SGXbbSGXXeTXZY 5.3 31

155 zissingG—hermochemicalGtroupsGforGyargeG nsaturatedGuydrocarbonsgGGpontrastingGPredictionsGofG
tYGandGpo–T“UGJournalcofcPhysicalcChemistrycASG2002SGXWcSGXXXaXTXXXaf 2.8 31

154 —heG nderlyingGPhysicsGandGphemistryGbehindGsuelG–ensitivityUGSAEcInternationalcJournalcofcFuelscandc
LubricantsSG2010SGZSGYbcTYcb 1.8 30

153 ”esponseGofGqifferentG—ypesGofG–ulfurGpompoundsGtoGOxidativeGqesulfurizationGofGwetGsuelUGEnergyc
iamp;cFuelsSG2014SGYeSGYfddTYfeZ 4.1 29

152  singGadaptiveGproperGorthogonalGdecompositionGtoGsolveGtheGreactionâ��diffusionGequationUGAppliedc
NumericalcMathematicsSG2009SGbfSGYdYTYdf 2.5 29

151 npplicationGofGpomputationalGxineticGzechanismGtenerationGtoGzodelGtheGnutocatalyticGPyrolysisG
ofGzethaneUGIndustrialciamp;cEngineeringcChemistrycResearchSG2003SGaYSGXWWWTXWXW 3.9 29

150 —emperatureGandGzolecularG–izeGqependenceGofGtheGuighTPressureGyimitUGJournalcofcPhysicalc
ChemistrycASG2003SGXWdSGcYWcTcYXX 2.8 29

149 rxperimentalGandGmodelingGstudyGofGtheGmutualGoxidationGofG†TpentaneGandGnitrogenGdioxideGatG
lowGandGhighGtemperaturesGinGaGjetGstirredGreactorUGEnergySG2018SGXcbSGdYdTdZe 7.9 29

148 nGprioriGfalloffGanalysisGforGOuGRG†OYUGInternationalcJournalcofcChemicalcKineticsSG2000SGZYSGYabTYcY 1.4 28

147 PredictiveGchemicalGkineticsgGqensityGfunctionalGandGhartreeâ��fockGcalculationsGonGfreeTradialG
reactionGtransitionGstatesUGInternationalcJournalcofcQuantumcChemistrySG1994SGbYSGeZdTead 2.1 28

146 †ewGvibrationalGbandsGofGpuYGOPUGJournalcofcMolecularcSpectroscopySG1989SGXZeSGcXaTcYf 1.3 28

145 ”eactantsSGproductsSGandGtransitionGstatesGofGelementaryGchemicalGreactionsGbasedGonGquantumG
chemistryUGScientificcDataSG2020SGdSGXZd 8.2 27

144 zeasurementsGandGautomatedGmechanismGgenerationGmodelingGofGOuGproductionGinGphotolyticallyG
initiatedGoxidationGofGtheGneopentylGradicalUGJournalcofcPhysicalcChemistrycASG2007SGXXXSGZefXTfWW 2.8 27

143 †OxTzediatedGuomogeneousGPathwaysGforGtheG–ynthesisGofGsormaldehydeGfromGpuaâ��OYGzixturesUG
Industrialciamp;cEngineeringcChemistrycResearchSG2006SGabSGYcddTYcee 3.9 27

142 –elfTrvolvingGzachinegGnGpontinuouslyGvmprovingGzodelGforGzolecularG—hermochemistryUGJournalcofc
PhysicalcChemistrycASG2019SGXYZSGYXaYTYXbY 2.8 27

141 nnGrxtendedGtroupGndditivityGzethodGforGPolycyclicG—hermochemistryGrstimationUGInternationalc
JournalcofcChemicalcKineticsSG2018SGbWSGYfaTZWZ 1.4 26

140 nG–ignatureGofG”oamingGqynamicsGinGtheG—hermalGqecompositionGofGrthylG†itritegGphirpedTPulseG
”otationalG–pectroscopyGandGxineticGzodelingUGJournalcofcPhysicalcChemistrycLettersSG2014SGbSGZcaXTe 6.4 26

(2014-2013)
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139 vnvestigatingGtheGtechnoTeconomicGtradeToffsGofGhydrogenGsourceGusingGaGresponseGsurfaceGmodelG
ofGdropTinGbiofuelGproductionGviaGbioToilGupgradingUGBiofuelspcBioproductscandcBiorefiningSG2012SGcSGbWZTbYW5.3 26

138 —emperatureTdependentGkineticsGofGtheGvinylGradicalGOpYuZPGselfTreactionUGJournalcofcPhysicalc
ChemistrycASG2009SGXXZSGXYdeTec 2.8 26

137 zodelingGstudyGofGtheGantiTknockGtendencyGofGsubstitutedGphenolsGasGadditivesgGanGapplicationGofG
theGreactionGmechanismGgeneratorGO”ztPUGPhysicalcChemistrycChemicalcPhysicsSG2018SGYWSGXWcZdTXWcaf 3.6 25

136 OrderGoutGofG”andomnessgG–elfTOrganizationGProcessesGinGnstrophysicsUGSpacecSciencecReviewsSG
2018SGYXaSGX 7.5 25

135 xineticGanalysisGandGreactionGmechanismGforGanisoleGconversionGoverGzirconiaTsupportedG
molybdenumGoxideUGJournalcofcCatalysisSG2019SGZdcSGYaeTYbd 7.3 25

134 ObtainingGaccurateGsolutionsGusingGreducedGchemicalGkineticGmodelsgGaGnewGmodelGreductionG
methodGforGmodelsGrigorouslyGvalidatedGoverGrangesUGCombustioncTheorycandcModellingSG2007SGXXSGXYdTXac1.5 25

133 vnfluenceGofGtheGdoubleGbondGpositionGonGtheGoxidationGofGdeceneGisomersGatGhighGpressuresGandG
temperaturesUGProceedingscofcthecCombustioncInstituteSG2015SGZbSGZZZTZaW 5.9 24

132 –creeningGofGmetalGoxidesGandGmetalGsulfidesGasGsorbentsGforGelementalGmercuryGatGelevatedG
temperaturesUGFuelSG2012SGfdSGdeZTdfb 7.1 24

131 rxperimentalGstudyGofGcatalystGnanoparticleGandGsingleGwalledGcarbonGnanotubeGformationGinGaG
controlledGpremixedGcombustionUGJournalcofcMaterialscChemistrySG2008SGXeSGXbcX 24

130 —hermochemicalGproductionGofGhydrogenGfromGhydrogenGsulfideGwithGiodineGthermochemicalGcyclesUG
InternationalcJournalcofcHydrogencEnergySG2018SGaZSGXYfZfTXYfad 6.7 24

129 zodelingGofGaromaticsGformationGinGfuelTrichGmethaneGoxyTcombustionGwithGanGautomaticallyG
generatedGpressureTdependentGmechanismUGPhysicalcChemistrycChemicalcPhysicsSG2019SGYXSGeXZTeZY 3.6 23

128 nnGextensibleGframeworkGforGcapturingGsolventGeffectsGinGcomputerGgeneratedGkineticGmodelsUG
JournalcofcPhysicalcChemistrycBSG2013SGXXdSGYfbbTdW 3.4 23

127
prossedGbeamGreactionGofGphenylGandGqbTphenylGradicalsGwithGpropeneGandGdeuteratedG
counterpartsTTcompetingGatomicGhydrogenGandGmethylGlossGpathwaysUGPhysicalcChemistrycChemicalc
PhysicsSG2012SGXaSGdYWTf

3.6 23

126 oalancedG–plittingGandG”ebalancedG–plittingUGSIAMcJournalconcNumericalcAnalysisSG2013SGbXSGZWeaTZXWb 2.4 23

125 poToxidationGofGmethylphosphonicGacidGandGethanolGinGsupercriticalGwaterUGJournalcofcSupercriticalc
FluidsSG2006SGZfSGYZfTYab 4.2 23

124 ”ateTbasedGscreeningGofGpressureTdependentGreactionGnetworksUGComputercPhysicscCommunicationsSG
2001SGXZeSGYZdTYaf 4.2 23

123 ”uleTbasedGabGinitioGkineticGmodelGforGalkylGsulfideGpyrolysisUGChemicalcEngineeringcJournalSG2015SG
YdeSGZebTZfZ 14.7 22

122
nnalysisGofGzembraneGandGndsorbentGProcessesGforG³armG–yngasGpleanupGinGvntegratedG
tasificationGpombinedTpycleGPowerGwithGpOYpaptureGandG–equestrationUGIndustrialciamp;c
EngineeringcChemistrycResearchSG2011SGbWSGXXZXZTXXZZc

3.9 22

WilliamuHuGreen
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121 P”rqvp—vO†GOsGPr”sO”zn†prGznP–GsO”GuOzOtr†rO –Tpun”trGpOzP”r––vO†Tvt†v—vO†G
r†tv†r–UGCombustioncSciencecandcTechnologySG2004SGXdcSGXYaZTXYeY 1.5 22

120 —emperatureTGandGPressureTqependentGxineticsGofGpuYOOGRGpuZpOpuZGandGpuYOOGRGpuZpuOgG
qirectGzeasurementsGandG—heoreticalGnnalysisUGInternationalcJournalcofcChemicalcKineticsSG2016SGaeSGadaTaee1.4 22

119 rxperimentalGvnvestigationGofG–orbentGforG³armGpOYGpaptureGbyGPressureG–wingGndsorptionUG
Industrialciamp;cEngineeringcChemistrycResearchSG2013SGbYSGfccbTfcdZ 3.9 21

118 pomputationalGvnvestigationGonGuydrodeoxygenationGOuqOPGofGncetoneGtoGPropyleneGonG
˛–TzoOZOWXWPG–urfaceUGJournalcofcPhysicalcChemistrycCSG2017SGXYXSGXdeaeTXdebb 3.8 21

117 uydrogenGabstractionGratesGviaGdensityGfunctionalGtheoryUGChemicalcPhysicscLettersSG1999SGZXYSGYcYTYce 2.5 21

116 ”egioTselectivityGpredictionGwithGaGmachineTlearnedGreactionGrepresentationGandGonTtheTflyG
quantumGmechanicalGdescriptorsUGChemicalcScienceSG2020SGXYSGYXfeTYYWe 9.4 21

115 nnGexperimentalGandGmodelingGstudyGofGvacuumGresidueGupgradingGinGsupercriticalGwaterUGAICHEc
JournalSG2018SGcaSGXdZYTXdaZ 3.6 20

114 nnalysisGofGndsorbentToasedG³armGpOYGpaptureG—echnologyGforGvntegratedGtasificationGpombinedG
pycleGOvtppPGPowerGPlantsUGIndustrialciamp;cEngineeringcChemistrycResearchSG2014SGbZSGXXXabTXXXbe 3.9 20

113 PressureGandGtemperatureGdependenceGofGtheGreactionGofGvinylGradicalGwithGethyleneUGJournalcofc
PhysicalcChemistrycASG2007SGXXXSGceaZTbX 2.8 20

112 —ransitionGtoGelectricGvehiclesGinGphinagGvmplicationsGforGprivateGmotorizationGrateGandGbatteryG
marketUGEnergycPolicySG2020SGXaaSGXXXcba 7.2 19

111 nutomaticGmechanismGgenerationGforGpyrolysisGofGdiTtertTbutylGsulfideUGPhysicalcChemistrycChemicalc
PhysicsSG2016SGXeSGYXcbXTe 3.6 19

110 vterativeGexperimentalGdesignGbasedGonGactiveGmachineGlearningGreducesGtheGexperimentalGburdenG
associatedGwithGreactionGscreeningUGReactioncChemistrycandcEngineeringSG2020SGbSGXfcZTXfdY 4.9 19

109 –upercriticalG³aterG—reatmentGofGprudeGOilGandGuexylbenzenegGnnGrxperimentalGandGzechanisticG
–tudyGonGnlkylbenzeneGqecompositionUGEnergyciamp;cFuelsSG2015SGYfSGbYfWTbZWY 4.1 18

108 PredictedGreactionGratesGofGuOxP†OyPOOzPGintermediatesGinGtheGoxidationGofGhydroxylamineGbyG
aqueousGnitricGacidUGJournalcofcPhysicalcChemistrycASG2008SGXXYSGdbddTfZ 2.8 18

107 PredictingGchemicalGkineticsGwithGcomputationalGchemistrygGisG“OOuTkuO“OGimportantGinGfuelG
ignitionlUGMolecularcPhysicsSG2004SGXWYSGZdXTZeW 1.7 18

106 °alidGparameterGrangeGanalysesGforGchemicalGreactionGkineticGmodelsUGChemicalcEngineeringcScienceSG
2002SGbdSGaadbTaafX 4.4 18

105 —heGengineGreformergG–yngasGproductionGinGanGengineGforGcompactGgasTtoTliquidsGsynthesisUG
CanadiancJournalcofcChemicalcEngineeringSG2016SGfaSGcYZTcZb 2.3 18

104 xineticsGandGProductsGofG°inylGRGXSZToutadieneSGaGPotentialG”outeGtoGoenzeneUGJournalcofcPhysicalc
ChemistrycASG2015SGXXfSGdZYbTZe 2.8 17

(2015-2004)
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103
pleavageGofG–ideGphainsGonG—hiophenicGpompoundsGbyG–upercriticalG³aterG—reatmentGofGprudeGOilG
“uantifiedGbyG—woTqimensionalGtasGphromatographyGwithG–ulfurGphemiluminescenceGqetectionUG
Energyciamp;cFuelsSG2014SGYeSGcbefTcbfb

4.1 17

102 —hermochemicalGpropertiesGandGgroupGvaluesGforGnitrogenTcontainingGmoleculesUGJournalcofcPhysicalc
ChemistrycASG2008SGXXYSGfXaaTbY 2.8 17

101 nGtheoreticalGandGexperimentalGkineticGstudyGofGphenylGradicalGadditionGtoGbutadieneUGProceedingscofc
thecCombustioncInstituteSG2005SGZWSGXWafTXWbc 5.9 17

100 —ransientGvibrationalGspectroscopyGofUGJournalcofcMolecularcSpectroscopySG1989SGXZeSGbfcTcWX 1.3 17

99 zodellingGgasTphaseGsynthesisGofGsingleTwalledGcarbonGnanotubesGonGironGcatalystGparticlesUGCarbonSG
2008SGacSGaYYTaZZ 10.4 16

98 rlementaryGreactionGrateGmodelGforGzPnGoxidationGinGsupercriticalGwaterUGPhysicalcChemistryc
ChemicalcPhysicsSG2004SGcSGaZXW 3.6 16

97 zicroTsyngasGtechnologyGoptionsGforGttyUGCanadiancJournalcofcChemicalcEngineeringSG2016SGfaSGcXZTcYY 2.3 16

96 —ransferGlearningGforGsolvationGfreeGenergiesgGsromGquantumGchemistryGtoGexperimentsUGChemicalc
EngineeringcJournalSG2021SGaXeSGXYfZWd 14.7 16

95 qetailedGrxperimentalGandGxineticGzodelingG–tudyGofGpyclopentadieneGPyrolysisGinGtheGPresenceGofG
rtheneUGEnergyciamp;cFuelsSG2018SGZYSGZfYWTZfZa 4.1 15

94 poToxidationGofGammoniaGandGethanolGinGsupercriticalGwaterSGpartGYgGzodelingGdemonstratesGtheG
importanceGofGuY††OxUGInternationalcJournalcofcChemicalcKineticsSG2008SGaWSGcbZTccY 1.4 15

93 nbGinitioGmodelingGofGorganophosphorusGcombustionGchemistryUGPhysicalcChemistrycChemicalcPhysics
SG2004SGcSGaYfc 3.6 15

92 nnalysisGofGanGelementaryGreactionGmechanismGforGbenzeneGoxidationGinGsupercriticalGwaterUG
ProceedingscofcthecCombustioncInstituteSG2000SGYeSGXbYfTXbZc 5.9 15

91 nGkineticGandGthermochemicalGdatabaseGforGorganicGsulfurGandGoxygenGcompoundsUGPhysicalc
ChemistrycChemicalcPhysicsSG2015SGXdSGXZcYbTZf 3.6 14

90
PhenylGradicalGRGpropenegGaGprototypicalGreactionGsurfaceGforGaromaticTcatalyzedG
XSYThydrogenTmigrationGandGsubsequentGresonanceTstabilizedGradicalGformationUGPhysicalcChemistryc
ChemicalcPhysicsSG2018SGYWSGXZXfXTXZYXa

3.6 14

89 nutomatedG”eactionGzechanismGtenerationGvncludingG†itrogenGasGaGueteroatomUGInternationalc
JournalcofcChemicalcKineticsSG2018SGbWSGYaZTYbe 1.4 14

88 qehydrationGofGisobutanolGandGtheGeliminationGofGwaterGfromGfuelGalcoholsUGJournalcofcPhysicalc
ChemistrycASG2013SGXXdSGcdYaTZc 2.8 14

87 xineticGmodelingGtoGestimateGfundamentalGyieldGboundsGforGselectiveGpropyleneGoxidationGoverG
bifunctionalGcatalystsUGAppliedcCatalysiscA:cGeneralSG2006SGZWZSGXddTXfX 5.1 14

86 rffectsGofGlargeTamplitudeGtorsionsGonGpartitionGfunctionsgGbeyondGtheGconventionalGseparabilityG
assumptionUGMolecularcPhysicsSG2005SGXWZSGXWYdTXWZa 1.7 14

WilliamuHuGreen
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85 nutomaticGtenerationGofGqetailedGzechanismsUGGreencEnergycandcTechnologySG2013SGbfTfY 0.6 14

84 nnGexperimentalSGtheoreticalSGandGmodelingGstudyGofGtheGignitionGbehaviorGofGcyclopentanoneUG
ProceedingscofcthecCombustioncInstituteSG2019SGZdSGcbdTccb 5.9 13

83
nccurateGandGefficientGmethodGforGpredictingGthermochemistryGofGfuransGandGorthoTarynesgG
expansionGofGtheGbondTcenteredGgroupGadditivityGmethodUGJournalcofcPhysicalcChemistrycASG2006SG
XXWSGcfdXTd

2.8 13

82 qirectGzeasurementGofGtheGsastSG”eversibleGndditionGofGOxygenGtoGpyclohexadienylG”adicalsGinG
†onpolarG–olventsUGJournalcofcPhysicalcChemistrycASG2004SGXWeSGdXfZTdYWZ 2.8 13

81 nGpollaborativeGvnformaticsGvnfrastructureGforGzultiT–caleG–cienceUGClustercComputingSG2005SGeSGYaZTYbZ 2.1 13

80 †aturalGtasGandGpellulosicGoiomassgGnGpleanGsuelGpombinationlGqeterminingGtheG†aturalGtasG
olendingG³allGinGoiofuelGProductionUGEnvironmentalcScienceciamp;cTechnologySG2015SGafSGeXeZTfY 10.3 12

79 pontinuousG—hermalGOxidationGofGnlkenesGwithG†itrousGOxideGinGaGPackedGoedG”eactorUGIndustrialc
iamp;cEngineeringcChemistrycResearchSG2015SGbaSGaXccTaXdZ 3.9 12

78
zOqryv†tGOXvqn—vO†Gn†qGu₄q”Oy₄–v–G”rnp—vO†–Gv†G– Pr”p”v—vpnyG³n—r”â��s”rrG”nqvpnyG
ryrzr†—n”₄G”rnp—vO†G†r—³O”x–Gn†qG—urv”GnPPyvpn—vO†–UGCombustioncSciencecandc
TechnologySG2006SGXdeSGZcZTZfe

1.5 12

77 teneratingGtransitionGstatesGofGisomerizationGreactionsGwithGdeepGlearningUGPhysicalcChemistryc
ChemicalcPhysicsSG2020SGYYSGYZcXeTYZcYc 3.6 12

76
nGcombinedGphotoionizationGtimeTofTflightGmassGspectrometryGandGlaserGabsorptionGspectrometryG
flashGphotolysisGapparatusGforGsimultaneousGdeterminationGofGreactionGratesGandGproductGbranchingUG
ReviewcofcScientificcInstrumentsSG2018SGefSGWdaXWY

1.7 11

75
PressureGandGtemperatureGdependenceGofGtheGreactionGofGvinylGradicalGwithGalkenesGvvgGzeasuredG
ratesGandGpredictedGproductGdistributionsGforGvinylRpropeneUGProceedingscofcthecCombustionc
InstituteSG2009SGZYSGXZfTXae

5.9 11

74 zovingGfromGpostdictiveGtoGpredictiveGkineticsGinGreactionGengineeringUGAICHEcJournalSG2020SGccSGeXdWbf 3.6 11

73 OnTtheTflyGpruningGforGrateTbasedGreactionGmechanismGgenerationUGComputerscandcChemicalc
EngineeringSG2017SGXWWSGXTe 4 10

72
†umericalGinvestigationGofGstrainedGextinctionGatGengineTrelevantGpressuresgGPressureGdependenceG
andGsensitivityGtoGchemicalGandGphysicalGparametersGforGmethaneTbasedGflamesUGCombustioncandc
FlameSG2019SGYWYSGZXeTZZZ

5.3 10

71 phemistryGofGnlkylaromaticsG”econsideredUGEnergyciamp;cFuelsSG2018SGZYSGbaefTbbWW 4.1 10

70 nnalysisGofGuydroxideG–orbentsGforGpOYGpaptureGfromG³armG–yngasUGIndustrialciamp;cEngineeringc
ChemistrycResearchSG2012SGbXSGXZadZTXZaeX 3.9 10

69 sromGbenzeneGtoGnaphthalenegGdirectGmeasurementGofGreactionsGandGintermediatesGofGphenylG
radicalsGandGacetyleneUGPhysicalcChemistrycChemicalcPhysicsSG2019SGYXSGYYYaeTYYYbe 3.6 10

68 rmbergGnnGopenTsourceSGtransientGsolverGforGXqGreactingGflowGusingGlargeGkineticGmodelsSGappliedGtoG
strainedGextinctionUGCombustioncandcFlameSG2018SGXfbSGXWbTXXc 5.3 10

(2018-2013)
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67 qetailedGkineticGmodelGforGhexylGsulfideGpyrolysisGandGitsGdesulfurizationGbyGsupercriticalGwaterUG
PhysicalcChemistrycChemicalcPhysicsSG2019SGYXSGXWZXXTXWZYa 3.6 9

66 pooperativeGpoGVpoG–itesG–tabilizedGbyGaGPerovskiteGzatrixGrnableG–electiveGpTOGandGpTpGbondG
uydrogenolysisGofGOxygenatedGnrenesUGChemSusChemSG2019SGXYSGYXdXTYXdb 8.3 9

65 —hermochemistryGandGtroupGndditivityG°aluesGforGsusedG—woT”ingG–peciesGandG”adicalsUGJournalcofc
PhysicalcChemistrycASG2019SGXYZSGZaXeTZaYe 2.8 9

64  ncertaintyGanalysisGofGcorrelatedGparametersGinGautomatedGreactionGmechanismGgenerationUG
InternationalcJournalcofcChemicalcKineticsSG2020SGbYSGYccTYeY 1.4 9

63 zodelingG–tudyGofGuighG—emperatureGPyrolysisGofG†aturalGtasUGIndustrialciamp;cEngineeringc
ChemistrycResearchSG2018SGbdSGdaWaTdaYW 3.9 9

62 vncorporatingGzultipleG ncertaintiesGintoGProjectionsGofGphineseGPrivateGparG–alesGandG–tockUG
TransportationcResearchcRecordSG2018SGYcdYSGXeYTXfZ 1.7 9

61 yearningGtoGOptimizeGzolecularGteometriesG singG”einforcementGyearningUGJournalcofcChemicalc
TheorycandcComputationSG2021SGXdSGeXeTeYb 6.4 9

60 nutomaticGgenerationGofGreactionGmechanismsUGComputercAidedcChemicalcEngineeringSG2019SGYbfTYfa 0.6 8

59 vntramolecularGXZpGisotopeGdistributionsGofGbutaneGfromGnaturalGgasesUGChemicalcGeologySG2020SG
baXSGXXfbdX 4.2 8

58 ”evealingGtheGcriticalGroleGofGradicalTinvolvedGpathwaysGinGhighGtemperatureGcyclopentanoneG
pyrolysisUGCombustioncandcFlameSG2020SGYXcSGYeWTYfY 5.3 8

57 zethanolGformationGfromGtheGtreatmentGofGglycerolGinGsupercriticalGwaterGandGwithGethylsulfideUG
JournalcofcSupercriticalcFluidsSG2016SGXXdSGeWTee 4.2 8

56 papturingGaromaticityGinGautomaticGmechanismGgenerationGsoftwareUGProceedingscofcthecCombustionc
InstituteSG2019SGZdSGbdbTbeX 5.9 8

55 nnGrxactT–teadyTstateGndaptiveGphemistryGmethodGforGcombustionGsimulationsgGpombiningGtheG
efficiencyGofGreducedGmodelsGandGtheGaccuracyGofGtheGfullGmodelUGCombustioncandcFlameSG2012SGXbfSGYZbYTYZcY5.3 8

54
PressureGandGtemperatureGdependenceGofGtheGreactionGofGvinylGradicalGwithGalkenesGvvvgGmeasuredG
ratesGandGpredictedGproductGdistributionsGforGvinylGRGbuteneUGJournalcofcPhysicalcChemistrycASG2009SG
XXZSGXZZbdTdX

2.8 8

53 nrtificialGvntelligenceGforGpomputerTnidedG–ynthesisGvnGslowgGnnalysisGandG–electionGofG”eactionG
pomponentsUGFrontierscincChemicalcEngineeringSG2020SGYSG 1 7

52 qetailedGchemicalGkineticGsimulationsGofGhomogeneousGchargeGcompressionGignitionGengineG
transientsUGInternationalcJournalcofcEnginecResearchSG2008SGfSGXafTXca 2.7 7

51 nGcollaborativeGinformaticsGinfrastructureGforGmultiTscaleGscience 7

50 rffectsGofG°ariationsGinGzarketGtasolineGPropertiesGonGuppvGyoadGyimitsG2007SG 6

WilliamuHuGreen
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49 nGcrossedGmolecularGbeamGstudyGofG†OROZTk†OQYGROYgG—heGeffectGofGozoneGrotationalGenergyUG
JournalcofcChemicalcPhysicsSG1984SGeWSGZcaaTZcbW 3.9 6

48 troupGpontributionGandGzachineGyearningGnpproachesGtoGPredictGnbrahamG–oluteGParametersSG
–olvationGsreeGrnergySGandG–olvationGrnthalpyUUGJournalcofcChemicalcInformationcandcModelingSG2022SG 6.1 6

47 —heoreticalGstudyGonGtheGunpnGchemistryGofGnaphthalenylGradicalsGandGacetylenegG—heGformationGofG
pXYueSGpXaueSGandGpXauXWGspeciesUGInternationalcJournalcofcChemicalcKineticsSG2020SGbYSGdbYTdce 1.4 6

46 PredictingGpolycyclicGaromaticGhydrocarbonGformationGwithGanGautomaticallyGgeneratedGmechanismG
forGacetyleneGpyrolysisUGInternationalcJournalcofcChemicalcKineticsSG2021SGbZSGYdTaY 1.4 6

45 nGsragmentToasedGzechanisticGxineticGzodelingGsrameworkGforGpomplexG–ystemsUGIndustrialciamp;c
EngineeringcChemistrycResearchSG2018SGbdSGXaWYYTXaWZW 3.9 6

44 pomputerTgeneratedGisotopeGmodelGachievesGexperimentalGaccuracyGofGfiliationGforG
positionTspecificGisotopeGanalysisUGChemicalcGeologySG2019SGbXaSGXTf 4.2 5

43 —emperatureTdependentGvaporâ��liquidGequilibriaGandGsolvationGfreeGenergyGestimationGfromGminimalG
dataUGAICHEcJournalSG2020SGccSGeXcfdc 3.6 5

42
qirectGzeasurementGofG”adicalTpatalyzedGpuGsormationGfromGncetyleneGandG°alidationGofG
—heoreticalG”ateGpoefficientsGforGpuGRGpuGandGpuGRGpuG”eactionsUGJournalcofcPhysicalcChemistrycASG
2020SGXYaSGYedXTYeea

2.8 5

41 ”echargingGsystemsGandGbusinessGoperationsGtoGimproveGtheGeconomicsGofGelectrifiedGtaxiGfleetsUG
SustainablecCitiescandcSocietySG2020SGbdSGXWYXXf 10.1 5

40 —hermochemistryGPredictionGandGnutomaticG”eactionGzechanismGtenerationGforGOxygenatedG
–ulfurG–ystemsgGnGpaseG–tudyGofGqimethylG–ulfideGOxidationUGChemSystemsChemSG2020SGYSGeXfWWWbX 3.1 5

39 –creeningGofGbinaryGalloysGforGwarmGtemperatureGcaptureGofGelementalGmercuryGusingGdensityG
functionalGtheoryUGChemicalcEngineeringcScienceSG2012SGeWSGXYeTXZZ 4.4 5

38 —heGhighTresolutionGspectroscopyGofGdissociatingGmoleculesUGPhilosophicalcTransactionscofcthecRoyalc
Society:cPhysicalcandcEngineeringcSciencesSG1990SGZZYSGYfdTZWd 5

37 xineticGzodelingGofGnPvGOxidationgGOXPG—heGnvo†VuOVpuOuG”adicalGI–oupIUGMolecularcPharmaceutics
SG2021SGXeSGZWZdTZWaf 5.6 5

36 nnGapparatusTindependentGextinctionGstrainGrateGinGcounterflowGflamesUGProceedingscofcthec
CombustioncInstituteSG2019SGZdSGXfdfTXfed 5.9 5

35 nutomatedGtenerationGofGphemicalGzechanismsGforGPredictingGrxtinctionG–trainG”atesGwithG
npplicationsGinGslameG–tabilizationGandGpombustionGvnstabilitieG2017SG 4

34 ”eactionGPathwaysSG—hermodynamicsSGandGxineticsGofGpyclopentanoneGOxidationGvntermediatesgGnG
—heoreticalGnpproachUGJournalcofcPhysicalcChemistrycASG2019SGXYZSGfcaaTfcbd 2.8 4

33 yargeGvntermediatesGinGuydrazineGqecompositiongGnG—heoreticalG–tudyGofGtheG†uGandG†uGPotentialG
rnergyG–urfacesUGJournalcofcPhysicalcChemistrycASG2019SGXYZSGacdfTacfY 2.8 4

32 uYGtenerationGfromGuYOGandGuY–GthroughGanGvodineGpycleUGACScSustainablecChemistrycandc
EngineeringSG2019SGdSGdZcfTdZdd 8.3 4

(2019-1984)

15



31 —hermochemistryGandGxineticsGofGvntermolecularGndditionGofG”adicalsGtoG—olueneGandG
nlkylaromaticsUGJournalcofcPhysicalcChemistrycASG2019SGXYZSGZXdcTZXea 2.8 4

30 nutomatedGchemicalGresonanceGgenerationGandGstructureGfiltrationGforGkineticGmodelingUG
InternationalcJournalcofcChemicalcKineticsSG2019SGbXSGdcWTddc 1.4 4

29 PredictingGvnfraredG–pectraGwithGzessageGPassingG†euralG†etworksUGJournalcofcChemicalcInformationc
andcModelingSG2021SGcXSGYbfaTYcWf 6.1 4

28 nutomaticallyGgeneratedGmodelGforGlightGalkeneGcombustionUGCombustioncandcFlameSG2022SGYaXSGXXYWeW 5.3 4

27 pombiningGretrosynthesisGandGmixedTintegerGoptimizationGforGminimizingGtheGchemicalGinventoryG
neededGtoGrealizeGaG³uOGessentialGmedicinesGlistUGReactioncChemistrycandcEngineeringSG2020SGbSGZcdTZdc 4.9 3

26 –calabilityGstrategiesGforGautomatedGreactionGmechanismGgenerationUGComputerscandcChemicalc
EngineeringSG2019SGXZXSGXWcbde 4 3

25 pombustionGofG–yntheticGwetGsuelgGphemicalGxineticGzodelingGandG ncertaintyGnnalysisUGJournalcofc
PropulsioncandcPowerSG2017SGZZSGZbWTZbf 1.8 3

24 yearningsGfromGexchangeTcorrelationGpotentialsUGChemicalcPhysicscLettersSG1998SGYfWSGacbTadY 2.5 3

23 qevelopmentGofGtheG”vO—GwebGserviceGandGinformationGtechnologiesGtoGenableGmechanismG
reductionGforGuppvGsimulationsUGJournalcofcPhysics:cConferencecSeriesSG2005SGXcSGXWdTXXY 0.3 3

22 PressureTdependentGkineticsGofGperoxyGradicalsGformedGinGisobutanolGcombustionUGPhysicalc
ChemistrycChemicalcPhysicsSG2020SGYYSGXfeWYTXfeXb 3.6 3

21 OxidationGandGpyrolysisGofGmethylGpropylGetherUGInternationalcJournalcofcChemicalcKineticsSG2021SGbZSGfXbTfZe1.4 3

20 porrectG–ymmetryG—reatmentGforGXGRGXG”eactionsGPreventsGyargeGrrrorsGinGPredictedGvsotopeG
rnrichmentUGJournalcofcPhysicalcChemistrycASG2019SGXYZSGYZYWTYZYa 2.8 3

19 xineticsGofGvntramolecularGPhenylGzigrationGandGsusedG”ingGsormationGinGuexylbenzeneG”adicalsUG
JournalcofcPhysicalcChemistrycASG2018SGXYYSGfddeTfdfX 2.8 3

18 qirectGxineticsGandGProductGzeasurementGofGPhenylG”adicalGRGrthyleneUGJournalcofcPhysicalc
ChemistrycASG2020SGXYaSGYZbYTYZcb 2.8 2

17 sormationGofG—woT”ingGnromaticsGinGuexylbenzeneGPyrolysisUGEnergyciamp;cFuelsSG2020SGZaSGXZcbTXZdd 4.1 2

16
”eplyGtoGcommentGonGâ��nutomaticGestimationGofGpressureTdependentGrateGcoefficientsâ��GOwUG³UGnllenSG
pUGsUGtoldsmithSGandG³UGuUGtreenSGPhysUGphemUGphemUGPhysUSGYWXXSGXaSGXXZXâ��XXbbPUGPhysicalcChemistryc
ChemicalcPhysicsSG2012SGXaSGeaZa

3.6 2

15 PrimaryG”eferenceGsuelGoehaviorGinGaGuppvGrngineGnearGtheGyowTyoadGyimitUGSAEcInternationalc
JournalcofcFuelscandcLubricantsSG2008SGXSGXWfeTXXWf 1.8 2

14 sorecastingGveterinaryGschoolGadmissionGprobabilitiesGforGundergraduateGstudentGprofilesUGJournalc
ofcVeterinarycMedicalcEducationSG2006SGZZSGaaXTc 1.3 2
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13 zultiTfidelityGpredictionGofGmolecularGopticalGpeaksGwithGdeepGlearningUUGChemicalcScienceSG2022SGXZSGXXbYTXXcY9.4 2

12 qetailedGxineticGzodelingGforGtheGPyrolysisGofGaGwetGnG–urrogateUGEnergyciamp;cFuelsSG2022SGZcSGXZWaTXZXb4.1 2

11 —ransitionGtoGrlectricG°ehiclesGinGphinagGvmplicationsGforG—otalGpostGofGOwnershipGandGpostGtoG
–ocietyXSG 2

10 ndaptiveGchemistryG2001SGXYWfTXYXY 2

9 –creeningGforG†ewGPathwaysGinGntmosphericGOxidationGphemistryGwithGnutomatedGzechanismG
tenerationUGJournalcofcPhysicalcChemistrycASG2021SGXYbSGcddYTcdee 2.8 2

8 puGpolycyclicGaromaticGhydrocarbonGformationGbyGacetyleneGadditionGtoGnaphthalenylGradicalsG
observedUGPhysicalcChemistrycChemicalcPhysicsSG2021SGYZSGXaZYbTXaZZf 3.6 2

7 –ystemGandGzarketGnnalysisGofGzethanolGProductionG singGpompactGrngineG”eformersG2014SG 1

6 qetailedG”eactionGzechanismGforGZbWâ��aWWG´°pGPyrolysisGofGanGnlkaneSGnromaticSGandGyongTphainG
nlkylaromaticGzixtureUGEnergyciamp;cFuelsSG2022SGZcSGXcZbTXcac 4.1 1

5
—heGrffectGofGnlcoholGandGparbonylGsunctionalGtroupsGonGtheGpompetitionGbetweenG nimolecularG
qecompositionGandGvsomerizationGinGpaGandGpbGnlkoxyG”adicalsUGInternationalcJournalcofcChemicalc
KineticsSG2016SGaeSGbaaTbbb

1.4 1

4 rureactgGrxtendedGuasseGqiagramsGforGtheGrxtractionGandG–coringGofGrnzymaticG”eactionG
—emplatesUGJournalcofcChemicalcInformationcandcModelingSG2021SGcXSGafafTafcX 6.1 1

3 phemistryGofG–impleGOrganicGPeroxyG”adicalsGunderGntmosphericGthroughGpombustionGponditionsgG
”oleGofG—emperatureSGPressureSGandG†OGyevelUGJournalcofcPhysicalcChemistrycASG2021SGXYbSGXWZWZTXWZXa 2.8 0

2 rffectsGofGsurfaceGspeciesGandGhomogeneousGreactionsGonGratesGandGselectivityGinGethaneGoxidationG
onGoxideGcatalystsUGAICHEcJournalSG2021SGcdSGeXdaeZ 3.6 0

1 ”educedGmodelsGforGadaptiveGchemistryGsimulationGofGreactingGflowsG2003SGXaYYTXaYb 0
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