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m Paper IF Citations

376 pdvancesJinJmolecularJquantumJchemistryJcontainedJinJtheJ—WrhemJcJprogramJpackageYJMoleculard
PhysicsVJ2015VJ]]bVJ]gcWa]d 1.7 2068

375 pJvariationalJeigenvalueJsolverJonJaJphotonicJquantumJprocessorYJNaturedCommunicationsVJ2014VJdVJca]b17.4 1030

374 pJmetalWfreeJorganicWinorganicJaqueousJflowJbatteryYJNatureVJ2014VJd[dVJ]hdWg 50.4 1025

373 putomaticJrhemicalJsesignJUsingJaJsataWsrivenJrontinuousJRepresentationJofJ’oleculesYJACSd
CentraldScienceVJ2018VJcVJaegWafe 16.8 950

372 TuningJchargeJtransportJinJsolutionWshearedJorganicJsemiconductorsJusingJlatticeJstrainYJNatureVJ
2011VJcg[VJd[cWg 50.4 855

371 tnvironmentWassistedJquantumJwalksJinJphotosyntheticJenergyJtransferYJJournaldofdChemicaldPhysics
VJ2008VJ]ahVJ]fc][e 3.9 820

370 wighJelectricalJconductivityJinJ“iâ��RaVbVeVfV][V]]WhexaiminotriphenyleneSâ��VJaJsemiconductingJ
metalWorganicJgrapheneJanalogueYJJournaldofdthedAmericandChemicaldSocietyVJ2014VJ]beVJggdhWea 16.4 691

369 xnverseJmolecularJdesignJusingJmachineJlearningiJvenerativeJmodelsJforJmatterJengineeringYJ
ScienceVJ2018VJbe]VJbe[Wbed 33.3 624

368 TheJtheoryJofJvariationalJhybridJquantumWclassicalJalgorithmsYJNewdJournaldofdPhysicsVJ2016VJ]gVJ[ab[ab 2.9 615

367 tnvironmentWassistedJquantumJtransportYJNewdJournaldofdPhysicsVJ2009VJ]]VJ[bb[[b 2.9 606

366 SimulatedJquantumJcomputationJofJmolecularJenergiesYJScienceVJ2005VJb[hVJ]f[cWf 33.3 555

365 –hotonicJquantumJsimulatorsYJNaturedPhysicsVJ2012VJgVJagdWah] 16.2 522

364 sesignJofJefficientJmolecularJorganicJlightWemittingJdiodesJbyJaJhighWthroughputJvirtualJscreeningJ
andJexperimentalJapproachYJNaturedMaterialsVJ2016VJ]dVJ]]a[Wf 27 492

363 TowardsJquantumJchemistryJonJaJquantumJcomputerYJNaturedChemistryVJ2010VJaVJ][eW]] 17.6 416

362 ”bservationJofJtopologicallyJprotectedJboundJstatesJinJphotonicJquantumJwalksYJNatured
CommunicationsVJ2012VJbVJgga 17.4 376

361 UsingJcoherenceJtoJenhanceJfunctionJinJchemicalJandJbiophysicalJsystemsYJNatureVJ2017VJdcbVJecfWede 50.4 367

360 TheJwarvardJrleanJtnergyJ–rojectiJLargeWScaleJromputationalJScreeningJandJsesignJofJ”rganicJ
–hotovoltaicsJonJtheJáorldJrommunityJvridYJJournaldofdPhysicaldChemistrydLettersVJ2011VJaVJaac]Waad] 6.4 367
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359 ScalableJ—uantumJSimulationJofJ’olecularJtnergiesYJPhysicaldReviewdXVJ2016VJeVJ 9.1 355

358 seepJlearningJenablesJrapidJidentificationJofJpotentJssR]JkinaseJinhibitorsYJNaturedBiotechnologyVJ
2019VJbfVJ][bgW][c[ 44.5 338

357 pcceleratingJtheJdiscoveryJofJmaterialsJforJcleanJenergyJinJtheJeraJofJsmartJautomationYJNatured
ReviewsdMaterialsVJ2018VJbVJdWa[ 73.3 308

356 pJredoxWflowJbatteryJwithJanJalloxazineWbasedJorganicJelectrolyteYJNaturedEnergyVJ2016VJ]VJ 62.3 307

355 —uantumJrhemistryJinJtheJpgeJofJ—uantumJromputingYJChemicaldReviewsVJ2019VJ]]hVJ][gdeW][h]d 68.1 288

354 siscreteJsingleWphotonJquantumJwalksJwithJtunableJdecoherenceYJPhysicaldReviewdLettersVJ2010VJ
][cVJ]dbe[a 7.4 288

353 uromJcomputationalJdiscoveryJtoJexperimentalJcharacterizationJofJaJhighJholeJmobilityJorganicJ
crystalYJNaturedCommunicationsVJ2011VJaVJcbf 17.4 281

352 RealWspaceJgridsJandJtheJ”ctopusJcodeJasJtoolsJforJtheJdevelopmentJofJnewJsimulationJapproachesJ
forJelectronicJsystemsYJPhysicaldChemistrydChemicaldPhysicsVJ2015VJ]fVJb]bf]Whe 3.6 276

351 RoleJofJquantumJcoherenceJandJenvironmentalJfluctuationsJinJchromophoricJenergyJtransportYJ
JournaldofdPhysicaldChemistrydBVJ2009VJ]]bVJhhcaWf 3.4 268

350 —uantumJcomputationalJchemistryYJReviewsdofdModerndPhysicsVJ2020VJhaVJ 40.5 256

349 romputationalJdesignJofJmoleculesJforJanJallWquinoneJredoxJflowJbatteryYJChemicaldScienceVJ2015VJeVJggdWghb9.4 245

348 “euralJ“etworksJforJtheJ–redictionJofJ”rganicJrhemistryJReactionsYJACSdCentraldScienceVJ2016VJaVJfadWfba16.8 234

347 SimulationJofJelectronicJstructureJwamiltoniansJusingJquantumJcomputersYJMoleculardPhysicsVJ2011VJ
][hVJfbdWfd[ 1.7 213

346 RationalJdesignJofJlayeredJoxideJmaterialsJforJsodiumWionJbatteriesYJScienceVJ2020VJbf[VJf[gWf]] 33.3 209

345 —uantumJrhemistryJralculationsJonJaJTrappedWxonJ—uantumJSimulatorYJPhysicaldReviewdXVJ2018VJgVJ 9.1 197

344 —SpRJwithoutJbordersYJChemicaldSocietydReviewsVJ2020VJchVJbdadWbdec 58.5 196

343 StrategiesJforJquantumJcomputingJmolecularJenergiesJusingJtheJunitaryJcoupledJclusterJansatzYJ
QuantumdSciencedanddTechnologyVJ2019VJcVJ[]c[[g 5.5 189

342 SimulatingJchemistryJusingJquantumJcomputersYJAnnualdReviewdofdPhysicaldChemistryVJ2011VJeaVJ]gdWa[f 15.7 179

(2011-2016)
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341 ptomisticJstudyJofJtheJlongWlivedJquantumJcoherencesJinJtheJuennaW’atthewsW”lsonJcomplexYJ
BiophysicaldJournalVJ2012VJ][aVJechWe[ 2.9 178

340 plkalineJ—uinoneJulowJqatteryJwithJLongJLifetimeJatJpwJ]aYJJouleVJ2018VJaVJ]ghcW]h[e 27.8 175

339 –olynomialWtimeJquantumJalgorithmJforJtheJsimulationJofJchemicalJdynamicsYJProceedingsdofdthed
NationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaVJ2008VJ][dVJ]geg]We 11.5 168

338 uindingJlowWenergyJconformationsJofJlatticeJproteinJmodelsJbyJquantumJannealingYJScientificd
ReportsVJ2012VJaVJdf] 4.9 166

337 –hotonicsJmeetsJexcitonicsiJnaturalJandJartificialJmolecularJaggregatesYJNanophotonicsVJ2013VJaVJa]Wbg 6.3 165

336 –redictingJsynthesizabilityYJJournaldPhysicsdD:dApplieddPhysicsVJ2019VJdaVJ 3 161

335 LeadJcandidatesJforJhighWperformanceJorganicJphotovoltaicsJfromJhighWthroughputJquantumJ
chemistryJâ��JtheJwarvardJrleanJtnergyJ–rojectYJEnergydanddEnvironmentaldScienceVJ2014VJfVJehgWf[c 35.4 158

334 UnderstandingJpolymorphismJinJorganicJsemiconductorJthinJfilmsJthroughJnanoconfinementYJ
JournaldofdthedAmericandChemicaldSocietyVJ2014VJ]beVJ]f[ceWdf 16.4 155

333 —uantumJautoencodersJforJefficientJcompressionJofJquantumJdataYJQuantumdSciencedandd
TechnologyVJ2017VJaVJ[cd[[] 5.5 154

332 ReinforcedJpdversarialJ“euralJromputerJforJdeJ“ovoJ’olecularJsesignYJJournaldofdChemicald
InformationdanddModelingVJ2018VJdgVJ]]hcW]a[c 6.1 151

331 qosonJsamplingJforJmolecularJvibronicJspectraYJNaturedPhotonicsVJ2015VJhVJe]dWea[ 33.9 148

330 pcceleratedJcomputationalJdiscoveryJofJhighWperformanceJmaterialsJforJorganicJphotovoltaicsJbyJ
meansJofJcheminformaticsYJEnergydanddEnvironmentaldScienceVJ2011VJcVJcgch 35.4 147

329 pnthraquinoneJserivativesJinJpqueousJulowJqatteriesYJAdvanceddEnergydMaterialsVJ2017VJfVJ]e[]cgg 21.8 141

328 áhatJxsJwighWThroughputJ¿irtualJScreeningnJpJ–erspectiveJfromJ”rganicJ’aterialsJsiscoveryYJ
AnnualdReviewdofdMaterialsdResearchVJ2015VJcdVJ]hdWa]e 12.8 141

327 SelfWdrivingJlaboratoryJforJacceleratedJdiscoveryJofJthinWfilmJmaterialsYJSciencedAdvancesVJ2020VJeVJeaazggef14.3 138

326 —uantumJSimulationJofJtlectronicJStructureJwithJLinearJsepthJandJronnectivityYJPhysicaldReviewd
LettersVJ2018VJ]a[VJ]][d[] 7.4 136

325 TimeWdependentJdensityWfunctionalJtheoryJinJmassivelyJparallelJcomputerJarchitecturesiJtheJ
”rT”–USJprojectYJJournaldofdPhysicsdCondenseddMatterVJ2012VJacVJabba[a 1.8 135

324 –hoenicsiJpJqayesianJ”ptimizerJforJrhemistryYJACSdCentraldScienceVJ2018VJcVJ]]bcW]]cd 16.8 126
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323 LearningJfromJtheJwarvardJrleanJtnergyJ–rojectiJTheJUseJofJ“euralJ“etworksJtoJpccelerateJ
’aterialsJsiscoveryYJAdvanceddFunctionaldMaterialsVJ2015VJadVJechdWed[a 15.6 121

322 pcceleratingJresolutionWofWtheWidentityJsecondWorderJ’ˆ‚llerW–lessetJquantumJchemistryJ
calculationsJwithJgraphicalJprocessingJunitsYJJournaldofdPhysicaldChemistrydAVJ2008VJ]]aVJa[chWdf 2.8 121

321 uromJtransistorJtoJtrappedWionJcomputersJforJquantumJchemistryYJScientificdReportsVJ2014VJcVJbdgh 4.9 120

320 sesignJ–rinciplesJandJTopJ“onWuullereneJpcceptorJrandidatesJforJ”rganicJ–hotovoltaicsYJJouleVJ
2017VJ]VJgdfWgf[ 27.8 120

319 SoftwareJforJtheJfrontiersJofJquantumJchemistryiJpnJoverviewJofJdevelopmentsJinJtheJ—WrhemJdJ
packageYJJournaldofdChemicaldPhysicsVJ2021VJ]ddVJ[gcg[] 3.9 115

318 plkalineJqenzoquinoneJpqueousJulowJqatteryJforJLargeWScaleJStorageJofJtlectricalJtnergyYJ
AdvanceddEnergydMaterialsVJ2018VJgVJ]f[a[de 21.8 113

317 “onW’arkovianJquantumJjumpsJinJexcitonicJenergyJtransferYJJournaldofdChemicaldPhysicsVJ2009VJ]b]VJ]gc][a3.9 111

316 ’odifiedJscaledJhierarchicalJequationJofJmotionJapproachJforJtheJstudyJofJquantumJcoherenceJinJ
photosyntheticJcomplexesYJJournaldofdPhysicaldChemistrydBVJ2011VJ]]dVJ]db]Wf 3.4 110

315 ”nJtheJalternativesJforJbathJcorrelatorsJandJspectralJdensitiesJfromJmixedJquantumWclassicalJ
simulationsYJJournaldofdChemicaldPhysicsVJ2012VJ]bfVJaac][b 3.9 107

314 xnverseJsesignJofJSolidWStateJ’aterialsJviaJaJrontinuousJRepresentationYJMatterVJ2019VJ]VJ]bf[W]bgc 12.7 99

313
ronformationJofJselfWassembledJporphyrinJdimersJinJliposomeJvesiclesJbyJphaseWmodulationJasJ
fluorescenceJspectroscopyYJProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofd
AmericaVJ2011VJ][gVJ]eda]We

11.5 96

312 txtendingJtheJLifetimeJofJ”rganicJulowJqatteriesJviaJRedoxJStateJ’anagementYJJournaldofdthed
AmericandChemicaldSocietyVJ2019VJ]c]VJg[]cWg[]h 16.4 93

311 “extWvenerationJtxperimentationJwithJSelfWsrivingJLaboratoriesYJTrendsdindChemistryVJ2019VJ]VJagaWah] 14.8 91

310 SeparationJofJtlectromagneticJandJrhemicalJrontributionsJtoJSurfaceWtnhancedJRamanJSpectraJonJ
“anoengineeredJ–lasmonicJSubstratesYJJournaldofdPhysicaldChemistrydLettersVJ2010VJ]VJafc[Wafce 6.4 90

309 xnterfaceJchemistryJofJanJamideJelectrolyteJforJhighlyJreversibleJlithiumJmetalJbatteriesYJNatured
CommunicationsVJ2020VJ]]VJc]gg 17.4 90

308 ’achineJlearningJexcitonJdynamicsYJChemicaldScienceVJ2016VJfVJd]bhWd]cf 9.4 90

307 —uantumJSimulationJofJweliumJwydrideJrationJinJaJSolidWStateJSpinJRegisterYJACSdNanoVJ2015VJhVJffehWfc16.7 89

306 rommunicationiJtxcitonWphononJinformationJflowJinJtheJenergyJtransferJprocessJofJphotosyntheticJ
complexesYJJournaldofdChemicaldPhysicsVJ2011VJ]bcVJ][]][b 3.9 89
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305 rhemicalJbasisJofJTrotterWSuzukiJerrorsJinJquantumJchemistryJsimulationYJPhysicaldReviewdAVJ2015VJ
h]VJ 2.6 87

304 txpressibilityJandJtntanglingJrapabilityJofJ–arameterizedJ—uantumJrircuitsJforJwybridJ
—uantumWrlassicalJplgorithmsYJAdvanceddQuantumdTechnologiesVJ2019VJaVJ]h[[[f[ 4.3 87

303
ScalableJwighW–erformanceJplgorithmJforJtheJSimulationJofJtxcitonJsynamicsYJppplicationJtoJtheJ
LightWwarvestingJromplexJxxJinJtheJ–resenceJofJResonantJ¿ibrationalJ’odesYJJournaldofdChemicald
TheorydanddComputationVJ2014VJ][VJc[cdWdc

6.4 86

302 SelfWreferencingJembeddedJstringsJRStLuxtSSiJpJ][[OJrobustJmolecularJstringJrepresentationYJ
MachinedLearning:dSciencedanddTechnologyVJ2020VJ]VJ[cd[ac 5.1 85

301 RevealingJwighJ“aWrontentJ–aWTypeJLayeredJ”xidesJasJpdvancedJSodiumWxonJrathodesYJJournaldofd
thedAmericandChemicaldSocietyVJ2020VJ]caVJdfcaWdfd[ 16.4 84

300 wydrogenWbondedJdiketopyrrolopyrroleJRs––SJpigmentsJasJorganicJsemiconductorsYJOrganicd
ElectronicsVJ2014VJ]dVJbda]Wbdag 3.5 83

299 —uantumJalgorithmJforJobtainingJtheJenergyJspectrumJofJmolecularJsystemsYJPhysicaldChemistryd
ChemicaldPhysicsVJ2008VJ][VJdbggWhb 3.6 83

298 pdiabaticJquantumJsimulationJofJquantumJchemistryYJScientificdReportsVJ2014VJcVJee[b 4.9 82

297 ’olecularJSetsJR’”StSSiJpJqenchmarkingJ–latformJforJ’olecularJvenerationJ’odelsYJFrontiersdind
PharmacologyVJ2020VJ]]VJdedecc 5.6 82

296 ”nJtheJchemicalJbondingJeffectsJinJtheJRamanJresponseiJbenzenethiolJadsorbedJonJsilverJclustersYJ
PhysicaldChemistrydChemicaldPhysicsVJ2009VJ]]VJhc[]W]] 3.6 81

295 StrongJcouplingJbetweenJchlorosomesJofJphotosyntheticJbacteriaJandJaJconfinedJopticalJcavityJ
modeYJNaturedCommunicationsVJ2014VJdVJdde] 17.4 80

294 pbsenceJofJ—uantumJ”scillationsJandJsependenceJonJSiteJtnergiesJinJtlectronicJtxcitationJ
TransferJinJtheJuennaâ��’atthewsâ��”lsonJTrimerYJJournaldofdPhysicaldChemistrydLettersVJ2011VJaVJah]aWah]f 6.4 79

293 ’appingJtheJfrontiersJofJquinoneJstabilityJinJaqueousJmediaiJimplicationsJforJorganicJaqueousJ
redoxJflowJbatteriesYJJournaldofdMaterialsdChemistrydAVJ2019VJfVJ]agbbW]agc] 13 78

292 xnfluenceJofJuorceJuieldsJandJ—uantumJrhemistryJppproachJonJSpectralJsensitiesJofJqrhlJaJinJ
SolutionJandJinJu’”J–roteinsYJJournaldofdPhysicaldChemistrydBVJ2015VJ]]hVJhhhdW][[[c 3.4 74

291 rhem”SiJ”rchestratingJautonomousJexperimentationYJSciencedRoboticsVJ2018VJbVJ 18.6 73

290 romplexJrhemicalJReactionJ“etworksJfromJweuristicsWpidedJ—uantumJrhemistryYJJournaldofd
ChemicaldTheorydanddComputationVJ2014VJ][VJghfWh[f 6.4 73

289 –rogrammedJcoherentJcouplingJinJaJsyntheticJs“pWbasedJexcitonicJcircuitYJNaturedMaterialsVJ2018VJ
]fVJ]dhW]ee 27 73

288 ’ultipleJcoherentJstatesJforJfirstWprinciplesJsemiclassicalJinitialJvalueJrepresentationJmolecularJ
dynamicsYJJournaldofdChemicaldPhysicsVJ2009VJ]b[VJabc]]b 3.9 72
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287 tffectsJofJoddWevenJsideJchainJlengthJofJalkylWsubstitutedJdiphenylbithiophenesJonJfirstJmonolayerJ
thinJfilmJpackingJstructureYJJournaldofdthedAmericandChemicaldSocietyVJ2013VJ]bdVJ]][[eW]c 16.4 71

286 pcceleratingJrorrelatedJ—uantumJrhemistryJralculationsJUsingJvraphicalJ–rocessingJUnitsJandJaJ
’ixedJ–recisionJ’atrixJ’ultiplicationJLibraryYJJournaldofdChemicaldTheorydanddComputationVJ2010VJeVJ]bdWcc6.4 71

285 txponentiallyJmoreJpreciseJquantumJsimulationJofJfermionsJinJsecondJquantizationYJNewdJournaldofd
PhysicsVJ2016VJ]gVJ[bb[ba 2.9 71

284 pnJplternativeJwostJ’aterialJforJLongWLifespanJqlueJ”rganicJLightWtmittingJsiodesJUsingJThermallyJ
pctivatedJselayedJuluorescenceYJAdvanceddScienceVJ2017VJcVJ]e[[d[a 13.6 69

283 ptomisticJstudyJofJenergyJfunnelingJinJtheJlightWharvestingJcomplexJofJgreenJsulfurJbacteriaYJ
JournaldofdthedAmericandChemicaldSocietyVJ2014VJ]beVJa[cgWdf 16.4 69

282 —uantumJstochasticJwalksiJpJgeneralizationJofJclassicalJrandomJwalksJandJquantumJwalksYJPhysicald
ReviewdAVJ2010VJg]VJ 2.6 69

281 qeyondJTernaryJ”–¿iJwighWThroughputJtxperimentationJandJSelfWsrivingJLaboratoriesJ”ptimizeJ
’ulticomponentJSystemsYJAdvanceddMaterialsVJ2020VJbaVJe]h[fg[] 24 66

280 TheJ’atterJSimulationJRRSevolutionYJACSdCentraldScienceVJ2018VJcVJ]ccW]da 16.8 66

279
TheoreticalJrharacterizationJofJtheJpirWStableVJwighW’obilityJ
sinaphtho[aVbWbianbnWf₃thieno[bVaWb₃WthiopheneJ”rganicJSemiconductorYJJournaldofdPhysicald
ChemistrydCVJ2010VJ]]cVJabbcWabc[

3.8 66

278 StronglyJroupledJ—uantumJweatJ’achinesYJJournaldofdPhysicaldChemistrydLettersVJ2015VJeVJbcffWga 6.4 65

277 —uantumJsimulatorJofJanJopenJquantumJsystemJusingJsuperconductingJqubitsiJexcitonJtransportJinJ
photosyntheticJcomplexesYJNewdJournaldofdPhysicsVJ2012VJ]cVJ][d[]b 2.9 65

276 txploitingJLocalityJinJ—uantumJromputationJforJ—uantumJrhemistryYJJournaldofdPhysicaldChemistryd
LettersVJ2014VJdVJcbegWg[ 6.4 64

275 uasterJquantumJchemistryJsimulationJonJfaultWtolerantJquantumJcomputersYJNewdJournaldofdPhysicsVJ
2012VJ]cVJ]]d[ab 2.9 64

274 UseJmachineJlearningJtoJfindJenergyJmaterialsYJNatureVJ2017VJddaVJabWaf 50.4 63

273 TimeWdependentJdensityJfunctionalJtheoryJforJopenJquantumJsystemsJwithJunitaryJpropagationYJ
PhysicaldReviewdLettersVJ2010VJ][cVJ[cb[[] 7.4 61

272 uirstWprinciplesJsemiclassicalJinitialJvalueJrepresentationJmolecularJdynamicsYJPhysicaldChemistryd
ChemicaldPhysicsVJ2009VJ]]VJbge]Wf 3.6 61

271 sataWsrivenJStrategiesJforJpcceleratedJ’aterialsJsesignYJAccountsdofdChemicaldResearchVJ2021VJdcVJgchWge[24.3 61

270 txcitonJtransportJinJthinWfilmJcyanineJdyeJyWaggregatesYJJournaldofdChemicaldPhysicsVJ2012VJ]bfVJ[bc][h 3.9 60

(2012-2013)
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269 xdentificationJSchemesJforJ’etalâ��”rganicJurameworksJToJtnableJRapidJSearchJandJ
rheminformaticsJpnalysisYJCrystaldGrowthdanddDesignVJ2019VJ]hVJeegaWeehf 3.5 59

268 pJqayesianJapproachJtoJcalibratingJhighWthroughputJvirtualJscreeningJresultsJandJapplicationJtoJ
organicJphotovoltaicJmaterialsYJMaterialsdHorizonsVJ2016VJbVJaaeWabb 14.4 58

267 ’emoryWpssistedJtxcitonJsiffusionJinJtheJrhlorosomeJLightWwarvestingJpntennaJofJvreenJSulfurJ
qacteriaYJJournaldofdPhysicaldChemistrydLettersVJ2012VJbVJabdfWe] 6.4 58

266 uailureJofJronventionalJsensityJuunctionalsJforJtheJ–redictionJofJ’olecularJrrystalJ–olymorphismiJ
pJ—uantumJ’onteJrarloJStudyYJJournaldofdPhysicaldChemistrydLettersVJ2010VJ]VJ]fghW]fhc 6.4 58

265 pJquantumWquantumJ’etropolisJalgorithmYJProceedingsdofdthedNationaldAcademydofdSciencesdofdthed
UniteddStatesdofdAmericaVJ2012VJ][hVJfdcWh 11.5 58

264 ronstructionJofJmodelJwamiltoniansJforJadiabaticJquantumJcomputationJandJitsJapplicationJtoJ
findingJlowWenergyJconformationsJofJlatticeJproteinJmodelsYJPhysicaldReviewdAVJ2008VJfgVJ 2.6 58

263 wowJmachineJlearningJcanJassistJtheJinterpretationJofJmolecularJdynamicsJsimulationsJandJ
conceptualJunderstandingJofJchemistryYJChemicaldScienceVJ2019VJ][VJaahgWab[f 9.4 58

262 xnverseJdesignJofJnanoporousJcrystallineJreticularJmaterialsJwithJdeepJgenerativeJmodelsYJNatured
MachinedIntelligenceVJ2021VJbVJfeWge 22.5 58

261 TheJwarvardJorganicJphotovoltaicJdatasetYJScientificdDataVJ2016VJbVJ]e[[ge 8.2 57

260 SoftJpseudopotentialsJforJefficientJquantumJ’onteJrarloJcalculationsiJuromJqeJtoJ“eJandJplJtoJprYJ
JournaldofdChemicaldPhysicsVJ2001VJ]]cVJffh[Wffhc 3.9 56

259 ’achineJlearningJforJquantumJdynamicsiJdeepJlearningJofJexcitationJenergyJtransferJpropertiesYJ
ChemicaldScienceVJ2017VJgVJgc]hWgcae 9.4 55

258 ronformationJandJelectronicJpopulationJtransferJinJmembraneWsupportedJselfWassembledJ
porphyrinJdimersJbyJasJfluorescenceJspectroscopyYJJournaldofdPhysicaldChemistrydBVJ2012VJ]]eVJ][fdfWf[3.4 55

257 sisentanglingJelectronicJandJvibronicJcoherencesJinJtwoWdimensionalJechoJspectraYJJournaldofd
PhysicaldChemistrydBVJ2013VJ]]fVJhbg[Wd 3.4 54

256 qioinspirationJinJlightJharvestingJandJcatalysisYJNaturedReviewsdMaterialsVJ2020VJdVJgagWgce 73.3 54

255 ’achineWlearnedJpotentialsJforJnextWgenerationJmatterJsimulationsYJNaturedMaterialsVJ2021VJa[VJfd[Wfe]27 54

254 —uantumJstateJandJprocessJtomographyJofJenergyJtransferJsystemsJviaJultrafastJspectroscopyYJ
ProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaVJ2011VJ][gVJ]fe]dWa[ 11.5 53

253 rhimeraiJenablingJhierarchyJbasedJmultiWobjectiveJoptimizationJforJselfWdrivingJlaboratoriesYJ
ChemicaldScienceVJ2018VJhVJfecaWfedd 9.4 53

252 ’olecularJtngineeringJofJanJplkalineJ“aphthoquinoneJulowJqatteryYJACSdEnergydLettersVJ2019VJcVJ]gg[W]ggf20.1 52
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251 ”ptimizingJdistributionsJoverJmolecularJspaceYJpnJ”bjectiveWReinforcedJvenerativeJpdversarialJ
“etworkJforJxnverseWdesignJrhemistryJR”Rvp“xrS 51

250 qayesianJnetworkJstructureJlearningJusingJquantumJannealingYJEuropeandPhysicaldJournal:dSpeciald
TopicsVJ2015VJaacVJ]ebW]gg 2.3 50

249 pJtwoWqubitJphotonicJquantumJprocessorJandJitsJapplicationJtoJsolvingJsystemsJofJlinearJequationsYJ
ScientificdReportsVJ2014VJcVJe]]d 4.9 49

248 LinearJassignmentJmapsJforJcorrelatedJsystemWenvironmentJstatesYJPhysicaldReviewdAVJ2010VJg]VJ 2.6 49

247 tnvironmentWassistedJquantumJtransportJinJorderedJsystemsYJNewdJournaldofdPhysicsVJ2012VJ]cVJ[db[c] 2.9 49

246 —uantumJ’onteJrarloJforJelectronicJexcitationsJofJfreeWbaseJporphyrinYJJournaldofdChemicaldPhysicsVJ
2004VJ]a[VJb[chWd[ 3.9 49

245 “oisyJintermediateWscaleJquantumJalgorithmsYJReviewsdofdModerndPhysicsVJ2022VJhcVJ 40.5 49

244 putonomousJ’olecularJsesigniJThenJandJ“owYJACSdApplieddMaterialsdjamp;dInterfacesVJ2019VJ]]VJacgadWacgbe9.5 48

243 –redictionJofJtheJderivativeJdiscontinuityJinJdensityJfunctionalJtheoryJfromJanJelectrostaticJ
descriptionJofJtheJexchangeJandJcorrelationJpotentialYJPhysicaldReviewdLettersVJ2011VJ][fVJ]gb[[a 7.4 48

242 ’achineJlearningJdihydrogenJactivationJinJtheJchemicalJspaceJsurroundingJ¿askaQsJcomplexYJ
ChemicaldScienceVJ2020VJ]]VJcdgcWce[] 9.4 47

241
LocalJproteinJsolvationJdrivesJdirectJdownWconversionJinJphycobiliproteinJ–recdJviaJincoherentJ
vibronicJtransportYJProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaVJ
2018VJ]]dVJtbbcaWtbbd[

11.5 47

240 TopologicallyJprotectedJexcitonsJinJporphyrinJthinJfilmsYJNaturedMaterialsVJ2014VJ]bVJ][aeWba 27 47

239 –otentialJofJquantumJcomputingJforJdrugJdiscoveryYJIBMdJournaldofdResearchdanddDevelopmentVJ
2018VJeaVJei]Weia[ 2.5 47

238 pdiabaticJquantumJsimulatorsYJAIPdAdvancesVJ2011VJ]VJ[aa]ae 1.5 45

237 —uantumJprocessJtomographyJofJexcitonicJdimersJfromJtwoWdimensionalJelectronicJspectroscopyYJxYJ
veneralJtheoryJandJapplicationJtoJhomodimersYJJournaldofdChemicaldPhysicsVJ2011VJ]bcVJ]bcd[d 3.9 44

236 uightingJtheJcurseJofJdimensionalityJinJfirstWprinciplesJsemiclassicalJcalculationsiJnonWlocalJ
referenceJstatesJforJlargeJnumberJofJdimensionsYJJournaldofdChemicaldPhysicsVJ2011VJ]bdVJa]c][g 3.9 43

235 ’achineJlearningJtheJquantumWchemicalJpropertiesJofJmetalâ��organicJframeworksJforJacceleratedJ
materialsJdiscoveryYJMatterVJ2021VJcVJ]dfgW]dhf 12.7 43

234 RealWSpaceJsensityJuunctionalJTheoryJonJvraphicalJ–rocessingJUnitsiJromputationalJppproachJandJ
romparisonJtoJvaussianJqasisJSetJ’ethodsYJJournaldofdChemicaldTheorydanddComputationVJ2013VJhVJcbe[Wfb6.4 42

(2013-)

9



233
ReproducingJseepJTunnelingJSplittingsVJResonancesVJandJ—uantumJurequenciesJinJ¿ibrationalJ
SpectraJuromJaJwandfulJofJsirectJpbJxnitioJSemiclassicalJTrajectoriesYJJournaldofdPhysicaldChemistryd
LettersVJ2013VJcVJbc[fW]a

6.4 42

232 pJstudyJofJheuristicJguessesJforJadiabaticJquantumJcomputationYJQuantumdInformationdProcessingVJ
2011VJ][VJbbWda 1.6 42

231 roherentJexcitonJdynamicsJinJsupramolecularJlightWharvestingJnanotubesJrevealedJbyJultrafastJ
quantumJprocessJtomographyYJACSdNanoVJ2014VJgVJddafWbc 16.7 41

230 sigitalJquantumJsimulationJofJtheJstatisticalJmechanicsJofJaJfrustratedJmagnetYJNatured
CommunicationsVJ2012VJbVJgg[ 17.4 41

229 rompressedJSensingJforJ’ultidimensionalJSpectroscopyJtxperimentsYJJournaldofdPhysicaldChemistryd
LettersVJ2012VJbVJaehfWf[a 6.4 41

228 pJwitnessJforJcoherentJelectronicJvsJvibronicWonlyJoscillationsJinJultrafastJspectroscopyYJJournaldofd
ChemicaldPhysicsVJ2012VJ]beVJabcd[] 3.9 40

227 pcceleratingJrorrelatedJ—uantumJrhemistryJralculationsJUsingJvraphicalJ–rocessingJUnitsYJ
ComputingdindSciencedanddEngineeringVJ2010VJ]aVJc[Wd] 1.5 40

226 –reparationJofJmanyWbodyJstatesJforJquantumJsimulationYJJournaldofdChemicaldPhysicsVJ2009VJ]b[VJ]hc][d3.9 39

225 xntroducingJaJ“ewJ–otentialJuigureJofJ’eritJforJtvaluatingJ’icrostructureJStabilityJinJ–hotovoltaicJ
–olymerWuullereneJqlendsYJJournaldofdPhysicaldChemistrydCVJ2017VJ]a]VJ]g]dbW]g]e] 3.8 38

224 “onradiativeJlifetimesJinJintermediateJbandJphotovoltaicsâ��pbsenceJofJlifetimeJrecoveryYJJournald
ofdApplieddPhysicsVJ2012VJ]]aVJ[]bf[f 2.5 38

223 SolvingJquantumJgroundWstateJproblemsJwithJnuclearJmagneticJresonanceYJScientificdReportsVJ2011VJ
]VJgg 4.9 38

222 —uantumJalgorithmJforJmolecularJpropertiesJandJgeometryJoptimizationYJJournaldofdChemicald
PhysicsVJ2009VJ]b]VJaac][a 3.9 38

221 “anoparticleJsynthesisJassistedJbyJmachineJlearningYJNaturedReviewsdMaterialsVJ2021VJeVJf[]Wf]e 73.3 38

220 siscoveryJofJralciumW’etalJplloyJpnodesJforJReversibleJraWxonJqatteriesYJAdvanceddEnergydMaterials
VJ2019VJhVJ]g[ahhc 21.8 38

219 txponentiallyJmoreJpreciseJquantumJsimulationJofJfermionsJinJtheJconfigurationJinteractionJ
representationYJQuantumdSciencedanddTechnologyVJ2018VJbVJ[]d[[e 5.5 37

218
LayerWbyWLayerJpssembledJuilmsJofJ–eryleneJsiimideWJandJSquaraineWrontainingJ’etalW”rganicJ
urameworkWlikeJ’aterialsiJSolarJtnergyJraptureJandJsirectionalJtnergyJTransferYJACSdAppliedd
Materialsdjamp;dInterfacesVJ2016VJgVJachgbWg

9.5 37

217 LowWdepthJcircuitJansatzJforJpreparingJcorrelatedJfermionicJstatesJonJaJquantumJcomputerYJ
QuantumdSciencedanddTechnologyVJ2019VJcVJ[cd[[d 5.5 36

216 pJ“anophotonicJStructureJrontainingJLivingJ–hotosyntheticJqacteriaYJSmallVJ2017VJ]bVJ]f[]fff 11 36
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215 TimeWdependentJcurrentWdensityJfunctionalJtheoryJforJgeneralizedJopenJquantumJsystemsYJPhysicald
ChemistrydChemicaldPhysicsVJ2009VJ]]VJcd[hWaa 3.6 36

214 pJqayesianJppproachJtoJ–redictJSolubilityJ–arametersYJAdvanceddTheorydanddSimulationsVJ2019VJaVJ]g[[[eh3.5 36

213
pJ’ixedJ—uantumJrhemistryZ’achineJLearningJppproachJforJtheJuastJandJpccurateJ–redictionJofJ
qiochemicalJRedoxJ–otentialsJandJxtsJLargeWScaleJppplicationJtoJb]dJ[[[JRedoxJReactionsYJACSd
CentraldScienceVJ2019VJdVJ]]hhW]a][

16.8 35

212 TemperatureWdependentJconformationsJofJexcitonWcoupledJrybJdimersJinJdoubleWstrandedJs“pYJ
JournaldofdChemicaldPhysicsVJ2018VJ]cgVJ[gd][] 3.9 35

211 putomaticJsifferentiationJinJ—uantumJrhemistryJwithJppplicationsJtoJuullyJ¿ariationalJ
wartreeWuockYJACSdCentraldScienceVJ2018VJcVJddhWdee 16.8 35

210
U¿W¿isJspectrophotometryJofJquinoneJflowJbatteryJelectrolyteJforJinJsituJmonitoringJandJimprovedJ
electrochemicalJmodelingJofJpotentialJandJquinhydroneJformationYJPhysicaldChemistrydChemicald
PhysicsVJ2017VJ]hVJb]egcWb]eh]

3.6 35

209 UncertaintyJofJprebioticJscenariosiJtheJcaseJofJtheJnonWenzymaticJreverseJtricarboxylicJacidJcycleYJ
ScientificdReportsVJ2015VJdVJg[[h 4.9 35

208 ppplicationJofJcompressedJsensingJtoJtheJsimulationJofJatomicJsystemsYJProceedingsdofdthedNationald
AcademydofdSciencesdofdthedUniteddStatesdofdAmericaVJ2012VJ][hVJ]bhagWbb 11.5 35

207 venerativeJpdversarialJ“etworksJforJrrystalJStructureJ–redictionYJACSdCentraldScienceVJ2020VJeVJ]c]aW]ca[16.8 35

206 TunnelingJacrossJSp’sJrontainingJ”ligophenylJvroupsYJJournaldofdPhysicaldChemistrydCVJ2016VJ]a[VJ]]bb]W]]bbf3.8 35

205 rhem”SiJpnJorchestrationJsoftwareJtoJdemocratizeJautonomousJdiscoveryYJPLoSdONEVJ2020VJ]dVJe[aahgea3.7 35

204 TheoreticalJcharacterizationJofJexcitationJenergyJtransferJinJchlorosomeJlightWharvestingJantennaeJ
fromJgreenJsulfurJbacteriaYJPhotosynthesisdResearchVJ2014VJ]a[VJafbWgh 3.7 34

203 uirstJprinciplesJsemiclassicalJcalculationsJofJvibrationalJeigenfunctionsYJJournaldofdChemicaldPhysicsVJ
2011VJ]bcVJabc][b 3.9 34

202 pnomalouslyJRapidJTunnelingiJrhargeJTransportJacrossJSelfWpssembledJ’onolayersJofJ
”ligoRethyleneJglycolSYJJournaldofdthedAmericandChemicaldSocietyVJ2017VJ]bhVJfeacWfeb] 16.4 33

201 semonWlikeJalgorithmicJquantumJcoolingJandJitsJrealizationJwithJquantumJopticsYJNaturedPhotonicsVJ
2014VJgVJ]]bW]]g 33.9 33

200 qoundingJtheJcostsJofJquantumJsimulationJofJmanyWbodyJphysicsJinJrealJspaceYJJournaldofdPhysicsdA:d
MathematicaldanddTheoreticalVJ2017VJd[VJb[db[] 2 33

199 xmprovedJuaultWTolerantJ—uantumJSimulationJofJrondensedW–haseJrorrelatedJtlectronsJviaJ
TrotterizationYJQuantumdrdthedOpendJournaldfordQuantumdScienceVcVJahe 33

198 SingleWptomJweatJ’achinesJtnabledJbyJtnergyJ—uantizationYJPhysicaldReviewdLettersVJ2018VJ]a[VJ]f[e[]7.4 32

(2018-2009)
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197 UnificationJofJwitnessingJinitialJsystemWenvironmentJcorrelationsJandJwitnessingJnonW’arkovianityYJ
EurophysicsdLettersVJ2012VJhhVJa[[][ 1.6 32

196 –roposalJforJ’icrowaveJqosonJSamplingYJPhysicaldReviewdLettersVJ2016VJ]]fVJ]c[d[d 7.4 32

195 —uantumJ“onlinearJ”pticsJwithJ–olarJyWpggregatesJinJ’icrocavitiesYJJournaldofdPhysicaldChemistryd
LettersVJ2014VJdVJbf[gW]d 6.4 31

194 ”ptimizingJdistributionsJoverJmolecularJspaceYJpnJ”bjectiveWReinforcedJvenerativeJpdversarialJ
“etworkJforJxnverseWdesignJrhemistryJR”Rvp“xrS 31

193 rhiralJSugarsJsriveJtnantioenrichmentJinJ–rebioticJpminoJpcidJSynthesisYJACSdCentraldScienceVJ2017VJ
bVJbaaWbag 16.8 30

192 romputationalJcomplexityJinJelectronicJstructureYJPhysicaldChemistrydChemicaldPhysicsVJ2013VJ]dVJbhfWc]]3.6 30

191 rhargeJTunnelingJalongJShortJ”ligoglycineJrhainsYJAngewandtedChemiedrdInternationaldEditionVJ2015VJ
dcVJ]cfcbWf 16.4 30

190 tfficientJquantumJcircuitsJforJdiagonalJunitariesJwithoutJancillasYJNewdJournaldofdPhysicsVJ2014VJ]eVJ[bb[c[2.9 30

189 ’ultipartiteJquantumJentanglementJevolutionJinJphotosyntheticJcomplexesYJJournaldofdChemicald
PhysicsVJ2012VJ]bfVJ[fc]]a 3.9 30

188 pnalyticalJnuclearJgradientsJforJtheJrangeWseparatedJmanyWbodyJdispersionJmodelJofJnoncovalentJ
interactionsYJChemicaldScienceVJ2016VJfVJ]f]aW]fag 9.4 29

187 RelaxationJandJdephasingJinJopenJquantumJsystemsJtimeWdependentJdensityJfunctionalJtheoryiJ
–ropertiesJofJexactJfunctionalsJfromJanJexactlyWsolvableJmodelJsystemYJChemicaldPhysicsVJ2011VJbh]VJ]b[W]ca2.3 29

186 ’aterialsJpccelerationJ–latformsiJ”nJtheJwayJtoJautonomousJexperimentationYJCurrentdOpiniondind
GreendanddSustainabledChemistryVJ2020VJadVJ][[bf[ 7.9 28

185 UltrafastJSpectroscopy 28

184 ’echanisticJRegimesJofJ¿ibronicJTransportJinJaJweterodimerJandJtheJsesignJ–rincipleJofJxncoherentJ
¿ibronicJTransportJinJ–hycobiliproteinsYJJournaldofdPhysicaldChemistrydLettersVJ2018VJhVJaeedWaef[ 6.4 27

183 xnterfaceJ’olecularJtngineeringJforJLaminatedJ’onolithicJ–erovskiteZSiliconJTandemJSolarJrellsJ
withJg[YcOJuillJuactorYJAdvanceddFunctionaldMaterialsVJ2019VJahVJ]h[]cfe 15.6 27

182 tngineeringJdirectedJexcitonicJenergyJtransferYJApplieddPhysicsdLettersVJ2010VJheVJ[hb]]c 3.4 27

181 ResourceWefficientJdigitalJquantumJsimulationJofJdWlevelJsystemsJforJphotonicVJvibrationalVJandJ
spinWsJwamiltoniansYJNpjdQuantumdInformationVJ2020VJeVJ 8.6 27

180 pJStudyJofJtheJsegreeJofJuluorinationJinJRegioregularJ–olyRbWhexylthiopheneSYJMacromoleculesVJ
2017VJd[VJ]eaW]fc 5.5 26
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179 ¿ariationalJ—uantumJuactoringYJLecturedNotesdindComputerdScienceVJ2019VJfcWgd 0.9 26

178 —uantumJchemicalJapproachJtoJestimatingJtheJthermodynamicsJofJmetabolicJreactionsYJScientificd
ReportsVJ2014VJcVJf[aa 4.9 26

177 –reciseJrontrolJofJThermalJandJRedoxJ–ropertiesJofJ”rganicJwoleWTransportJ’aterialsYJAngewandted
ChemiedrdInternationaldEditionVJ2018VJdfVJ]ddahW]ddbb 16.4 26

176 plkalineJ—uinoneJulowJqatteryJwithJLongJLifetimeJatJpwJ]aYJJouleVJ2018VJaVJ]h[fW]h[g 27.8 26

175 –ositivityJinJtheJpresenceJofJinitialJsystemWenvironmentJcorrelationYJPhysicaldReviewdAVJ2012VJgeVJ 2.6 25

174 uastJdelocalizationJleadsJtoJrobustJlongWrangeJexcitonicJtransferJinJaJlargeJquantumJchlorosomeJ
modelYJNanodLettersVJ2015VJ]dVJ]faaWh 11.5 24

173 –robingJbiologicalJlightWharvestingJphenomenaJbyJopticalJcavitiesYJPhysicaldReviewdBVJ2012VJgdVJ 3.3 24

172 SufficientJandJnecessaryJconditionJforJzeroJquantumJentropyJratesJunderJanyJcouplingJtoJtheJ
environmentYJPhysicaldReviewdLettersVJ2011VJ][eVJ[d[c[b 7.4 24

171 txaminationJofJpigmentsJonJThaiJmanuscriptsiJtheJfirstJidentificationJofJcopperJcitrateYJJournaldofd
RamandSpectroscopyVJ2008VJbhVJ][dfW][ed 2.3 24

170 øoriJ]Y[iJaJparallelJquantumJ’onteJrarloJelectronicJstructureJpackageYJJournaldofdComputationald
ChemistryVJ2005VJaeVJgdeWea 3.5 24

169 –hotochemicalJrontrolJofJtxcitonJSuperradianceJinJLightWwarvestingJ“anotubesYJACSdNanoVJ2018VJ
]aVJcddeWcdec 16.7 23

168
roherentJsynamicsJofJ’ixedJurenkelJandJrhargeWTransferJtxcitonsJinJ
sinaphtho[aVbWbiaQbQWf₃thieno[bVaWb₃WthiopheneJThinJuilmsiJTheJxmportanceJofJwoleJselocalizationYJ
JournaldofdPhysicaldChemistrydLettersVJ2016VJfVJ]bfcWg[

6.4 23

167 tlectronJ’icroscopyJxnvestigationJofJSodiationJofJTitaniumJsisulfideJ“anoflakesYJACSdNanoVJ2019VJ
]bVJhca]Whcb[ 16.7 23

166 –redictionJandJtheoreticalJcharacterizationJofJpWtypeJorganicJsemiconductorJcrystalsJforJfieldWeffectJ
transistorJapplicationsYJTopicsdindCurrentdChemistryVJ2014VJbcdVJhdW]bg 23

165 TemperatureWdependentJconformationsJofJaJmembraneJsupportedJzincJporphyrinJtweezerJbyJasJ
fluorescenceJspectroscopyYJJournaldofdPhysicaldChemistrydAVJ2013VJ]]fVJe]f]Wgc 2.8 23

164 pJsparseJalgorithmJforJtheJevaluationJofJtheJlocalJenergyJinJquantumJ’onteJrarloYJJournaldofd
ComputationaldChemistryVJ2005VJaeVJf[gW]d 3.5 23

163 SimulationJofJclassicalJthermalJstatesJonJaJquantumJcomputeriJpJtransferWmatrixJapproachYJPhysicald
ReviewdAVJ2010VJgaVJ 2.6 22

162 SimplifiedJSumW”verWStatesJppproachJforJ–redictingJResonanceJRamanJSpectraYJppplicationJtoJ
“ucleicJpcidJqasesYJJournaldofdPhysicaldChemistrydLettersVJ2011VJaVJ]adcWe[ 6.4 22

(2011-2019)
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161 RenewablesJneedJaJgrandWchallengeJstrategyYJNatureVJ2016VJdbgVJafWah 50.4 22

160 siffusionJ’onteJrarloJStudyJofJ–araWsiiodobenzeneJ–olymorphismJRevisitedYJJournaldofdChemicald
TheorydanddComputationVJ2015VJ]]VJh[fW]f 6.4 21

159 TimeWdependentJdensityJfunctionalJtheoryJofJopenJquantumJsystemsJinJtheJlinearWresponseJregimeYJ
JournaldofdChemicaldPhysicsVJ2011VJ]bcVJ[fc]]e 3.9 21

158 sesigningJandJunderstandingJlightWharvestingJdevicesJwithJmachineJlearningYJNatured
CommunicationsVJ2020VJ]]VJcdgf 17.4 21

157 trrorJSensitivityJtoJtnvironmentalJ“oiseJinJ—uantumJrircuitsJforJrhemicalJStateJ–reparationYJ
JournaldofdChemicaldTheorydanddComputationVJ2016VJ]aVJb[hfW][g 6.4 21

156 tfficiencyJofJenergyJfunnelingJinJtheJphotosystemJxxJsupercomplexJofJhigherJplantsYJChemicald
ScienceVJ2016VJfVJc]fcWc]gb 9.4 21

155 qTorchiJTheJquantumJtensorJcontractionJhandlerYJPLoSdONEVJ2018VJ]bVJe[a[gd][ 3.7 21

154 ResourceJefficientJgadgetsJforJcompilingJadiabaticJquantumJoptimizationJproblemsYJAnnalendDerd
PhysikVJ2013VJdadVJgffWggg 2.6 19

153 ”pticalJabsorptionJandJemissionJpropertiesJofJendWcappedJoligothienoacenesiJpJjointJtheoreticalJ
andJexperimentalJstudyYJOrganicdElectronicsVJ2010VJ]]VJ]f[]W]f]a 3.5 19

152 ”ptimizingJdistributionsJoverJmolecularJspaceYJpnJ”bjectiveWReinforcedJvenerativeJpdversarialJ
“etworkJforJxnverseWdesignJrhemistryJR”Rvp“xrS 19

151 ”rganicJmoleculesJwithJinvertedJgapsJbetweenJfirstJexcitedJsingletJandJtripletJstatesJandJ
appreciableJfluorescenceJratesYJMatterVJ2021VJcVJ]edcW]ega 12.7 19

150 ’appingJuorbiddenJtmissionJtoJStructureJinJSelfWpssembledJ”rganicJ“anoparticlesYJJournaldofdthed
AmericandChemicaldSocietyVJ2018VJ]c[VJ]dgafW]dgc] 16.4 19

149 sataWscienceJdrivenJautonomousJprocessJoptimizationYJCommunicationsdChemistryVJ2021VJcVJ 6.3 19

148 txploringJtlectronicJStructureJandJ”rderJinJ–olymersJviaJSingleW–articleJ’icroresonatorJ
SpectroscopyYJNanodLettersVJ2018VJ]gVJ]e[[W]e[f 11.5 18

147 pJfeasibleJapproachJforJautomaticallyJdifferentiableJunitaryJcoupledWclusterJonJquantumJ
computersYJChemicaldScienceVJ2021VJ]aVJbchfWbd[g 9.4 18

146 –redictingJueasibleJ”rganicJReactionJ–athwaysJUsingJweuristicallyJpidedJ—uantumJrhemistryYJ
JournaldofdChemicaldTheorydanddComputationVJ2019VJ]dVJc[hhWc]]a 6.4 17

145 TheJryclopropaneJRingJasJaJReporterJofJRadicalJLeavingWvroupJReactivityJforJ“iWratalyzedJrRspSW”J
prylationYJJournaldofdthedAmericandChemicaldSocietyVJ2020VJ]caVJ]baceW]badc 16.4 17

144 tffectJofJ’olecularJStructureJofJ—uinonesJandJrarbonJtlectrodeJSurfacesJonJtheJxnterfacialJ
tlectronJTransferJ–rocessYJACSdApplieddEnergydMaterialsVJ2020VJbVJ]hbbW]hcb 6.1 17
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143 ’achineJlearningJdirectedJdrugJformulationJdevelopmentYJAdvanceddDrugdDeliverydReviewsVJ2021VJ
]fdVJ]]bg[e 18.5 17

142 siscoveryJofJblueJsingletJexcitonJfissionJmoleculesJviaJaJhighWthroughputJvirtualJscreeningJandJ
experimentalJapproachYJJournaldofdChemicaldPhysicsVJ2019VJ]d]VJ]a]][a 3.9 16

141 ”nJthermodynamicJinconsistenciesJinJseveralJphotosyntheticJandJsolarJcellJmodelsJandJhowJtoJfixJ
themYJChemicaldScienceVJ2017VJgVJ][[gW][]c 9.4 16

140 ’odelingJroherentJpntiWStokesJRamanJScatteringJwithJTimeWsependentJsensityJuunctionalJTheoryiJ
¿acuumJandJSurfaceJtnhancementYYJJournaldofdPhysicaldChemistrydLettersVJ2011VJaVJ]gchW]gdc 6.4 16

139 áhenJroboticsJmetJfluidicsYJLabdondAdChipVJ2020VJa[VJf[hWf]e 7.2 16

138 “avigatingJthroughJtheJ’azeJofJwomogeneousJratalystJsesignJwithJ’achineJLearningYJTrendsdind
ChemistryVJ2021VJbVJheW]][ 14.8 16

137 qeyondJgenerativeJmodelsiJsuperfastJtraversalVJoptimizationVJnoveltyVJexplorationJandJdiscoveryJ
RST”“tsSJalgorithmJforJmoleculesJusingJStLuxtSYJChemicaldScienceVJ2021VJ]aVJf[fhWf[h[ 9.4 16

136 tmulationJofJcomplexJopenJquantumJsystemsJusingJsuperconductingJqubitsYJQuantumdInformationd
ProcessingVJ2017VJ]eVJ] 1.6 15

135 ”nJtheJLongWRangeJtxcitonJTransportJinJ’olecularJSystemsiJTheJppplicationJtoJwWpggregatedJ
weterotrianguleneJrhainsYJJournaldofdPhysicaldChemistrydCVJ2017VJ]a]VJachhcWad[[a 3.8 15

134 —uantumJprocessJtomographyJbyJasJfluorescenceJspectroscopyYJJournaldofdChemicaldPhysicsVJ2015VJ
]caVJa]acca 3.9 15

133 ulowJqatteriesiJplkalineJqenzoquinoneJpqueousJulowJqatteryJforJLargeWScaleJStorageJofJtlectricalJ
tnergyJRpdvYJtnergyJ’aterYJgZa[]gSYJAdvanceddEnergydMaterialsVJ2018VJgVJ]gf[[bc 21.8 15

132 ’easurementJofJtheJabsoluteJRamanJcrossJsectionJofJtheJopticalJphononsJinJtypeJxaJnaturalJ
diamondYJSoliddStatedCommunicationsVJ2012VJ]daVJa[cWa[h 1.6 15

131 ronfinedJorganizationJofJfullereneJunitsJalongJhighJpolymerJchainsYJJournaldofdMaterialsdChemistrydC
VJ2013VJ]VJdfcf 7.1 15

130 rompactJwavefunctionsJfromJcompressedJimaginaryJtimeJevolutionYJRSCdAdvancesVJ2015VJdVJ][aaffW][aagb3.7 15

129 LinearWalgebraicJbathJtransformationJforJsimulatingJcomplexJopenJquantumJsystemsYJNewdJournald
ofdPhysicsVJ2014VJ]eVJ]ab[[g 2.9 15

128 ’easurementJofJtheJabsoluteJRamanJcrossJsectionJofJtheJopticalJphononJinJsiliconYJSoliddStated
CommunicationsVJ2011VJ]d]VJddbWdde 1.6 15

127 —uantumJchemistryJrevealsJthermodynamicJprinciplesJofJredoxJbiochemistryYJPLoSdComputationald
BiologyVJ2018VJ]cVJe][[ecf] 5 15

126 txcitonicsiJpJSetJofJvatesJforJ’olecularJtxcitonJ–rocessingJandJSignalingYJACSdNanoVJ2018VJ]aVJec][Weca[16.7 15

(2018-2021)
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125
’ultisziJpJ’ultipleJsescriptorJ’ultipleJzernelJppproachJforJ’olecularJsiscoveryJandJxtsJ
ppplicationJtoJ”rganicJulowJqatteryJtlectrolytesYJJournaldofdChemicaldInformationdanddModelingVJ
2017VJdfVJedfWeeg

6.1 14

124 wighW¿oltageWpssistedJ’echanicalJStabilizationJofJSingleW’oleculeJyunctionsYJNanodLettersVJ2018VJ
]gVJcfafWcfbb 11.5 14

123 sesignJrulesJforJhighJmobilityJxantheneWbasedJholeJtransportJmaterialsYJChemicaldScienceVJ2019VJ][VJgbe[Wgbee9.4 14

122 xntroductionJtoJ—uantumJplgorithmsJforJ–hysicsJandJrhemistryYJAdvancesdindChemicaldPhysicsVJ2014VJefW][e 14

121 TemperatureJandJcarbonJassimilationJregulateJtheJchlorosomeJbiogenesisJinJgreenJsulfurJbacteriaYJ
BiophysicaldJournalVJ2013VJ][dVJ]bceWde 2.9 14

120 —uantumJcomputingJwithoutJwavefunctionsiJtimeWdependentJdensityJfunctionalJtheoryJforJ
universalJquantumJcomputationYJScientificdReportsVJ2012VJaVJbh] 4.9 14

119 —uantumJcomputingJatJtheJfrontiersJofJbiologicalJsciencesYJNaturedMethodsVJ2021VJ]gVJf[]Wf[h 21.6 14

118 ”lympusiJaJbenchmarkingJframeworkJforJnoisyJoptimizationJandJexperimentJplanningYJMachined
Learning:dSciencedanddTechnologyVJ2021VJaVJ[bd[a] 5.1 14

117 vryffiniJpnJalgorithmJforJqayesianJoptimizationJofJcategoricalJvariablesJinformedJbyJexpertJ
knowledgeYJApplieddPhysicsdReviewsVJ2021VJgVJ[b]c[e 17.3 14

116 ”scillatoryJpctiveWsiteJ’otionsJrorrelateJwithJzineticJxsotopeJtffectsJinJuormateJsehydrogenaseYJ
ACSdCatalysisVJ2019VJhVJ]]]hhW]]a[e 13.1 13

115 pnionJStabilizationJinJtlectrostaticJtnvironmentsYJJournaldofdPhysicaldChemistrydLettersVJ2011VJaVJegaWegg 6.4 13

114 txcitonJcoherenceJlifetimesJfromJelectronicJstructureYJJournaldofdChemicaldPhysicsVJ2012VJ]beVJ][cd][ 3.9 13

113
sisentanglementJofJexcitedWstateJdynamicsJwithJimplicationsJforJuRtTJmeasurementsiJ
twoWdimensionalJelectronicJspectroscopyJofJaJq”sx–öWfunctionalizedJcavitandYJChemicaldScienceVJ
2018VJhVJbehcWbf[b

9.4 12

112 –racticalJwitnessJforJelectronicJcoherencesYJJournaldofdChemicaldPhysicsVJ2014VJ]c]VJacc][h 3.9 12

111 rlockJquantumJ’onteJrarloJtechniqueiJpnJimaginaryWtimeJmethodJforJrealWtimeJquantumJdynamicsYJ
PhysicaldReviewdAVJ2015VJh]VJ 2.6 12

110 tlectronicJstructureJcalculationsJinJarbitraryJelectrostaticJenvironmentsYJJournaldofdChemicaldPhysics
VJ2012VJ]beVJ[ac][] 3.9 12

109 ranJ’ixedW’etalJSurfacesJ–rovideJanJpdditionalJtnhancementJtoJStRSnYJJournaldofdPhysicald
ChemistrydCVJ2012VJ]]eVJ]ddegW]ddfd 3.8 12

108 ScalingJandJlocalizationJlengthsJofJaJtopologicallyJdisorderedJsystemYJPhysicaldReviewdLettersVJ2011VJ
][eVJ]dec[d 7.4 12
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107 ronstructingJ“aWxonJrathodesJviaJplkaliWSiteJSubstitutionYJAdvanceddFunctionaldMaterialsVJ2020VJb[VJ]h][gc[15.6 11

106 ”xidationJofJrubreneVJandJimplicationsJforJdeviceJstabilityYJJournaldofdMaterialsdChemistrydCVJ2018VJeVJbfdfWbfe]7.1 11

105 veneralizedJzashaâ��sJ’odeliJTWsependentJSpectroscopyJRevealsJShortWRangeJStructuresJofJasJ
txcitonicJSystemsYJCheMVJ2019VJdVJb]bdWb]d[ 16.2 11

104 tlectromagneticJstudyJofJtheJchlorosomeJantennaJcomplexJofJrhlorobiumJtepidumYJACSdNanoVJ
2014VJgVJbggcWhc 16.7 11

103 rhromaticJacclimationJandJpopulationJdynamicsJofJgreenJsulfurJbacteriaJgrownJwithJspectrallyJ
tailoredJlightYJScientificdReportsVJ2014VJcVJd[df 4.9 11

102 pdiabaticJquantumJoptimizationJinJtheJpresenceJofJdiscreteJnoiseiJReducingJtheJproblemJ
dimensionalityYJPhysicaldReviewdAVJ2015VJhaVJ 2.6 11

101 ueynmanQsJclockVJaJnewJvariationalJprincipleVJandJparallelWinWtimeJquantumJdynamicsYJProceedingsdofd
thedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaVJ2013VJ]][VJtbh[]Wh 11.5 11

100 uˆ¶rsterJcouplingJinJnanoparticleJexcitonicJcircuitsYJNanodLettersVJ2010VJ][VJagchWde 11.5 11

99 uasterJthanJclassicalJquantumJalgorithmJforJdenseJformulasJofJexactJsatisfiabilityJandJoccupationJ
problemsYJNewdJournaldofdPhysicsVJ2016VJ]gVJ[fb[[b 2.9 11

98 SelfWsrivingJ–latformJforJ’etalJ“anoparticleJSynthesisiJrombiningJ’icrofluidicsJandJ’achineJ
LearningYJAdvanceddFunctionaldMaterialsVa][efad 15.6 11

97 sirectJestimationJofJsingleWJandJtwoWqubitJwamiltoniansJandJrelaxationJratesYJPhysicaldReviewdAVJ
2008VJffVJ 2.6 10

96 Tt—UxLpiJaJplatformJforJrapidJdevelopmentJofJquantumJalgorithmsYJQuantumdSciencedandd
TechnologyVJ2021VJeVJ[ac[[h 5.5 10

95 ScientificJintuitionJinspiredJbyJmachineJlearningWgeneratedJhypothesesYJMachinedLearning:dScienced
anddTechnologyVJ2021VJaVJ[ad[af 5.1 10

94 pssigningJconfidenceJtoJmolecularJpropertyJpredictionYJExpertdOpiniondondDrugdDiscoveryVJ2021VJ]eVJ][[hW][ab6.2 10

93 ronstructionJofJtheJuockJ’atrixJonJaJvridWqasedJ’olecularJ”rbitalJqasisJUsingJv–v–UsYJJournaldofd
ChemicaldTheorydanddComputationVJ2015VJ]]VJa[dbWea 6.4 9

92 —uantumJprocessJestimationJviaJgenericJtwoWbodyJcorrelationsYJPhysicaldReviewdAVJ2010VJg]VJ 2.6 9

91 —uantumJ’onteJrarloJmethodsJforJtheJsolutionJofJtheJSchrˆ¶dingerJequationJforJmolecularJ
systemsYJHandbookdofdNumericaldAnalysisVJ2003VJ][VJcgdWdbd 1 9

90 pJromprehensiveJsiscoveryJ–latformJforJ”rganophosphorusJLigandsJforJratalysisYYJJournaldofdthed
AmericandChemicaldSocietyVJ2022VJ 16.4 9
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89 romputerJ¿isionJforJRecognitionJofJ’aterialsJandJ¿esselsJinJrhemistryJLabJSettingsJandJtheJ
¿ectorWLab–icsJsataJSetYJACSdCentraldScienceVJ2020VJeVJ]fcbW]fda 16.8 9

88 ’etaW¿ariationalJ—uantumJtigensolveriJLearningJtnergyJ–rofilesJofJ–arameterizedJwamiltoniansJ
forJ—uantumJSimulationYJPRXdQuantumVJ2021VJaVJ 6.1 9

87 tquivalenceJbetweenJspinJwamiltoniansJandJbosonJsamplingYJPhysicaldReviewdAVJ2017VJhdVJ 2.6 8

86 ReplyJtoJQpssessingJtheJimpactJofJgenerativeJpxJonJmedicinalJchemistryQYJNaturedBiotechnologyVJ2020
VJbgVJ]ce 44.5 8

85 uromJpbsorptionJSpectraJtoJrhargeJTransferJinJ“anoaggregatesJofJ”ligomersJwithJ’achineJ
LearningYJACSdNanoVJ2020VJ]cVJedghWedhg 16.7 8

84
StateWbyWstateJinvestigationJofJdestructiveJinterferenceJinJresonanceJRamanJspectraJofJneutralJ
tyrosineJandJtheJtyrosinateJanionJwithJtheJsimplifiedJsumWoverWstatesJapproachYJJournaldofdPhysicald
ChemistrydAVJ2014VJ]]gVJhefdWge

2.8 8

83 ronstructionJofJtnergyJuunctionsJforJLatticeJweteropolymerJ’odelsiJtfficientJtncodingsJforJ
ronstraintJSatisfactionJ–rogrammingJandJ—uantumJpnnealingYJAdvancesdindChemicaldPhysicsVJ2014VJa[]Wacc 8

82 ”rganicJ–hotovoltaicsJ2013VJcabWcca 8

81 romputationalJcomplexityJofJtimeWdependentJdensityJfunctionalJtheoryYJNewdJournaldofdPhysicsVJ
2014VJ]eVJ[gb[bd 2.9 8

80 pJcorrelatedWpolaronJelectronicJpropagatoriJopenJelectronicJdynamicsJbeyondJtheJ
qornW”ppenheimerJapproximationYJJournaldofdChemicaldPhysicsVJ2012VJ]bfVJaapdcf 3.9 8

79 tlectronicJtransitionJmomentsJofJeWmethylJisoxanthopterinWWaJfluorescentJanalogueJofJtheJnucleicJ
acidJbaseJguanineYJNucleicdAcidsdResearchVJ2013VJc]VJhhdW][[c 20.1 8

78 ReagentsJforJelectrophilicJaminationiJaJquantumJ’onteJrarloJstudyYJJournaldofdChemicaldPhysicsVJ
2007VJ]aeVJa[cb[g 3.9 8

77 pbsenceJofJSelectionJforJ—uantumJroherenceJinJtheJuennaW’atthewsW”lsonJromplexiJpJrombinedJ
tvolutionaryJandJtxcitonicJStudyYJACSdCentraldScienceVJ2017VJbVJ][geW][hd 16.8 7

76 pJqenchmarkJ—uantumJ’onteJrarloJStudyJofJ’olecularJrrystalJ–olymorphismiJpJrhallengingJraseJ
forJsensityWuunctionalJTheoryYJACSdSymposiumdSeriesVJ2012VJ][]W]]f 0.4 7

75 seepJmolecularJdreamingiJinverseJmachineJlearningJforJdeWnovoJmolecularJdesignJandJ
interpretabilityJwithJsurjectiveJrepresentationsYJMachinedLearning:dSciencedanddTechnologyVJ2021VJaVJ[bLT[a5.1 7

74 –reciseJrontrolJofJThermalJandJRedoxJ–ropertiesJofJ”rganicJwoleWTransportJ’aterialsYJAngewandted
ChemieVJ2018VJ]b[VJ]dfddW]dfdh 3.6 7

73 rompressedJSensingJforJtheJuastJromputationJofJ’atricesiJppplicationJtoJ’olecularJ¿ibrationsYJ
ACSdCentraldScienceVJ2015VJ]VJacWba 16.8 6

72 pJmachineJlearningJworkflowJforJmolecularJanalysisiJapplicationJtoJmeltingJpointsYJMachined
Learning:dSciencedanddTechnologyVJ2020VJ]VJ[ad[]d 5.1 6
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71 ”pticalJmonitoringJofJpolymerizationsJinJdropletsJwithJhighJtemporalJdynamicJrangeYJChemicald
ScienceVJ2020VJ]]VJaecfWaede 9.4 6

70 –arametricJhierarchicalJmatrixJapproachJforJtheJwidebandJopticalJresponseJofJlargeWscaleJmolecularJ
aggregatesYJJournaldofdApplieddPhysicsVJ2013VJ]]cVJ]ecb]d 2.5 6

69
rharacterizationJandJquantificationJofJtheJroleJofJcoherenceJinJultrafastJquantumJbiologicalJ
experimentsJusingJquantumJmasterJequationsVJatomisticJsimulationsVJandJquantumJprocessJ
tomographyYJProcediadChemistryVJ2011VJbVJbbaWbce

6

68 —uantumJ’onteJrarloiJTheoryJandJppplicationJtoJ’olecularJSystemsYJAdvancesdindQuantumd
ChemistryVJ2005VJa[hWaae 1.4 6

67 rhem”SiJpnJ”rchestrationJSoftwareJtoJsemocratizeJputonomousJsiscovery 6

66 pJromprehensiveJsiscoveryJ–latformJforJ”rganophosphorusJLigandsJforJratalysis 6

65 —uantumJsimulationJwithJaJbosonJsamplingJcircuitYJPhysicaldReviewdAVJ2016VJhcVJ 2.6 6

64 ReducingJ—ubitJRequirementsJwhileJ’aintainingJ“umericalJ–recisionJforJtheJ¿ariationalJ—uantumJ
tigensolveriJpJqasisWSetWureeJppproachYJJournaldofdPhysicaldChemistrydLettersVJ2021VJ]aVJeebWefb 6.4 6

63 ”riginJofJtheJ]Zf˛–JspectralJnoiseJinJchaoticJandJregularJquantumJsystemsYJPhysicaldReviewdEVJ2018VJ
hgVJ 2.4 6

62 ”pticalJSpectraJofJpWsopedJ–ts”TJ“anoaggregatesJ–rovideJxnsightJintoJtheJ’aterialJsisorderYJACSd
EnergydLettersVJ2016VJ]VJ]][[W]][d 20.1 5

61 TheJzitaevâ��ueynmanJclockJforJopenJquantumJsystemsYJNewdJournaldofdPhysicsVJ2014VJ]eVJ]]b[ee 2.9 5

60 TheoreticalJandJtxperimentalJxnvestigationJofJtheJStabilityJLimitsJofJ—uinonesJinJpqueousJ’ediaiJ
xmplicationsJforJ”rganicJpqueousJRedoxJulowJqatteries 5

59 —uantumJcomputationJofJeigenvaluesJwithinJtargetJintervalsYJQuantumdSciencedanddTechnologyVJ
2021VJeVJ[]d[[c 5.5 5

58 ’utualJinformationWassistedJadaptiveJvariationalJquantumJeigensolverYJQuantumdSciencedandd
TechnologyVJ2021VJeVJ[bd[[] 5.5 5

57 roroneneJderivativesJforJtransparentJorganicJphotovoltaicsJthroughJinverseJmaterialsJdesignYJ
JournaldofdMaterialsdChemistrydCVJ2021VJhVJ]b][W]b]f 7.1 5

56 TeamWqasedJLearningJforJScientificJromputingJandJputomatedJtxperimentationiJ¿isualizationJofJ
roloredJReactionsYJJournaldofdChemicaldEducationVJ2020VJhfVJeghWehc 2.4 4

55 uorceWfieldJfunctorJtheoryiJclassicalJforceWfieldsJwhichJreproduceJequilibriumJquantumJ
distributionsYJFrontiersdindChemistryVJ2013VJ]VJae 5 4

54 sataWscienceJdrivenJautonomousJprocessJoptimization 4
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53 volemiJanJalgorithmJforJrobustJexperimentJandJprocessJoptimizationYJChemicaldScienceVJ2021VJ]aVJ]cfhaW]cg[f9.4 4

52 pJthermodynamicJatlasJofJcarbonJredoxJchemicalJspaceYJProceedingsdofdthedNationaldAcademydofd
SciencesdofdthedUniteddStatesdofdAmericaVJ2020VJ]]fVJbah][Wbah]g 11.5 4

51 “aturalJevolutionaryJstrategiesJforJvariationalJquantumJcomputationYJMachinedLearning:dScienced
anddTechnologyVJ2021VJaVJ[cd[]a 5.1 4

50 TheJinfluenceJofJsorbitolJdopingJonJaggregationJandJelectronicJpropertiesJofJ–ts”Ti–SSiJaJ
theoreticalJstudyYJMachinedLearning:dSciencedanddTechnologyVJ2021VJaVJ[]LT[] 5.1 4

49 ronceptualJUnderstandingJthroughJtfficientJputomatedJsesignJofJ—uantumJ”pticalJtxperimentsYJ
PhysicaldReviewdXVJ2021VJ]]VJ 9.1 4

48 pJquantumJcomputingJviewJonJunitaryJcoupledJclusterJtheoryYYJChemicaldSocietydReviewsVJ2022VJ 58.5 4

47 qoramidineiJpJ¿ersatileJStructuralJ’otifJforJtheJsesignJofJuluorescentJweterocyclesYJJournaldofdthed
AmericandChemicaldSocietyVJ2020VJ]caVJ]bdccW]bdch 16.4 3

46 RemarksJonJtimeWdependentJ[current₃WdensityJfunctionalJtheoryJforJopenJquantumJsystemsYJ
PhysicaldChemistrydChemicaldPhysicsVJ2013VJ]dVJ]aeaeWbe 3.6 3

45 –athJintegralJ’onteJrarloJwithJimportanceJsamplingJforJexcitonsJinteractingJwithJanJarbitraryJ
phononJbathYJJournaldofdChemicaldPhysicsVJ2012VJ]bfVJaapdbg 3.9 3

44 pJthermodynamicJatlasJofJcarbonJredoxJchemicalJspace 3

43 putomatedJdesignJofJsuperconductingJcircuitsJandJitsJapplicationJtoJcWlocalJcouplersYJNpjdQuantumd
InformationVJ2021VJfVJ 8.6 3

42 qenchmarkingJcompressedJsensingVJsuperWresolutionVJandJfilterJdiagonalizationYJInternationald
JournaldofdQuantumdChemistryVJ2016VJ]]eVJ][hfW]][e 2.1 3

41 TurbochargedJmolecularJdiscoveryJofJ”LtsJemittersiJfromJhighWthroughputJquantumJsimulationJtoJ
highlyJefficientJTpsuJdevicesJ2016VJ 3

40 ’olecularJrealizationJofJaJquantumJ“p“sJtreeYJQuantumdSciencedanddTechnologyVJ2019VJcVJ[]d[]b 5.5 3

39 ’achineJLearningJandJqigWsataJinJromputationalJrhemistryJ2018VJ]Wac 3

38 “euralJmessageJpassingJonJhighJorderJpathsYJMachinedLearning:dSciencedanddTechnologyVJ2021VJaVJ[cd[[h5.1 3

37 –arallelJtemperedJgeneticJalgorithmJguidedJbyJdeepJneuralJnetworksJforJinverseJmolecularJdesign 3

36
uilmJuabricationJTechniquesiJqeyondJTernaryJ”–¿iJwighWThroughputJtxperimentationJandJ
SelfWsrivingJLaboratoriesJ”ptimizeJ’ulticomponentJSystemsJRpdvYJ’aterYJ]cZa[a[SYJAdvancedd
MaterialsVJ2020VJbaVJa[f[]][

24 2
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35 pcceleratingJtheJcomputationJofJbathJspectralJdensitiesJwithJsuperWresolutionYJTheoreticald
ChemistrydAccountsVJ2016VJ]bdVJ] 1.9 2

34 TakingJsixWdimensionalJspectraJinJfiniteJtimeYJScienceVJ2017VJbdeVJ]bbb 33.3 2

33 bcYciJxnvitedJ–aperiJrombinatorialJsesignJofJ”LtsWtmittingJ’aterialsYJDigestdofdTechnicaldPapersd
SIDdInternationaldSymposiumVJ2015VJceVJd[dWd[e 0.5 2

32 pJstochasticJreorganizationalJbathJmodelJforJelectronicJenergyJtransferYJJournaldofdChemicaldPhysics
VJ2014VJ]c[VJacc][b 3.9 2

31
’easurementJofJtheJthirdWorderJnonlinearJopticalJsusceptibilityJˇ�RbSJforJtheJ][[aWcmâ��]JmodeJofJ
benzenethiolJusingJcoherentJantiWStokesJRamanJscatteringJwithJcontinuousWwaveJdiodeJlasersYJ
JournaldofdRamandSpectroscopyVJ2012VJcbVJh]]Wh]e

2.3 2

30 putomaticJdiscoveryJofJchemicalJreactionsJusingJimposedJactivation 2

29 —uantumJromputerWpidedJsesigniJsigitalJ—uantumJSimulationJofJ—uantumJ–rocessorsYJPhysicald
ReviewdAppliedVJ2021VJ]eVJ 4.3 2

28 putomaticJdiscoveryJofJchemicalJreactionsJusingJimposedJactivation 2

27 sataWscienceJdrivenJautonomousJprocessJoptimization 2

26 rhem”SiJpnJ”rchestrationJSoftwareJtoJsemocratizeJputonomousJsiscovery 2

25 ’achineJLearningJandJqigWsataJinJromputationalJrhemistryJ2020VJ]hbhW]hea 2

24 pnJartificialJspikingJquantumJneuronYJNpjdQuantumdInformationVJ2021VJfVJ 8.6 2

23 —uantumJroherencesJasJaJThermodynamicJ–otentialYJOpendSystemsdanddInformationdDynamicsVJ2019
VJaeVJ]hd[[aa 0.4 2

22 —uantumJcomputerWaidedJdesignJofJquantumJopticsJhardwareYJQuantumdSciencedanddTechnologyVJ
2021VJeVJ[bd[][ 5.5 2

21 ”pticallyJxnducedJ’olecularJLogicJ”perationsYJACSdNanoVJ2020VJ]cVJ]dacgW]dadd 16.7 1

20 ’achineJlearningJforJanalysingJabJinitioJmolecularJdynamicsJsimulationsYJJournaldofdPhysics:d
ConferencedSeriesVJ2020VJ]c]aVJ[ca[[b 0.3 1

19 ReproducingJ—uantumJ–robabilityJsistributionsJatJtheJSpeedJofJrlassicalJsynamicsiJpJ“ewJ
ppproachJforJsevelopingJuorceWuieldJuunctorsYJJournaldofdPhysicaldChemistrydLettersVJ2018VJhVJ]fa]W]faf 6.4 1

18 v–UJpccelerationJofJSecondW”rderJ’ˆ‚llerâ��–lessetJ–erturbationJTheoryJwithJResolutionJofJxdentityJ
2016VJadhWafg 1

(2016-2016)

21



17 TheJroleJofJinterparticleJinteractionJandJenvironmentalJcouplingJinJaJtwoWparticleJopenJquantumJ
systemYJPhysicaldChemistrydChemicaldPhysicsVJ2016VJ]gVJcbeWcf 3.6 1

16 ”bservationJofJtopologicallyJprotectedJboundJstatesJinJphotonicJquantumJwalksJ2011VJ 1

15 ’aterialsJandJTechniquesJofJThaiJ–aintingYJMaterialsdResearchdSocietydSymposiadProceedingsVJ2007VJ
][cfVJc 1

14 LinearWScalingJtvaluationJofJtheJLocalJtnergyJinJ—uantumJ’onteJrarloYJACSdSymposiumdSeriesVJ2006VJddWeg0.4 1

13 RoutescoreiJ–unchingJtheJTicketJtoJ’oreJtfficientJ’aterialsJsevelopmentYYJACSdCentraldScienceVJ
2022VJgVJ]aaW]b] 16.8 1

12 xnJsilicoJdesignJofJmicroporousJpolymersJforJchemicalJseparationsJandJstorageYJCurrentdOpiniondind
ChemicaldEngineeringVJ2022VJbeVJ][[fhd 5.4 1

11 pnalogJ—uantumJSimulationJofJ“onWrondonJtffectsJinJ’olecularJSpectroscopyYJACSdPhotonicsVJ
2021VJgVJa[[fWa[]e 6.3 1

10 pJmolecularJcomputingJapproachJtoJsolvingJoptimizationJproblemsJviaJprogrammableJmicrodropletJ
arraysYJMatterVJ2021VJcVJ]][fW]]ac 12.7 1

9 “oiseJRobustnessJandJtxperimentalJsemonstrationJofJaJ—uantumJvenerativeJpdversarialJ“etworkJ
forJrontinuousJsistributionsYJAdvanceddQuantumdTechnologiesVJ2021VJcVJa[[[[eh 4.3 1

8 txperimentalJwighWsimensionalJvreenbergerWworneWøeilingerJtntanglementJwithJSuperconductingJ
TransmonJ—utritsYJPhysicaldReviewdAppliedVJ2022VJ]fVJ 4.3 1

7 LaJbiologˆ›aJcuˆ¡nticaJ´¿unJnuevoJcampoJdeJlaJquˆ›micanJ2011VJaaVJgW]] 0

6 ’–v¿ptiJimprovedJgenerationJofJsmallJorganicJmoleculesJusingJmessageJpassingJneuralJnetsYJ
MachinedLearning:dSciencedanddTechnologyVJ2021VJaVJ[cd[][ 5.1 0

5 ResponseJtoiJâ��rommentJonJbenchmarkingJcompressedJsensingVJsuperWresolutionVJandJfilterJ
diagonalizationâ��YJInternationaldJournaldofdQuantumdChemistryVJ2016VJ]]eVJ]g]gW]ga] 2.1

4 ppplicationJofJvraphicsJ–rocessingJUnitsJtoJpccelerateJRealWSpaceJsensityJuunctionalJTheoryJandJ
TimeWsependentJsensityJuunctionalJTheoryJralculationsJ2016VJa]]Wabg

3 ResponseJtoJrommentaryJonJLuorceWfieldJfunctorJtheoryiJclassicalJforceWfieldsJwhichJreproduceJ
equilibriumJquantumJdistributionsLYJFrontiersdindChemistryVJ2013VJ]VJbb 5

2 xntroductionJtoJtheJáilliamJpYJLesterVJyrYVJuestschriftYJJournaldofdPhysicaldChemistrydAVJ2008VJ]]aVJ]hedWg[ 2.8

1 funsiesiJpJminimalistVJdistributedJandJdynamicJworkflowJengineYJJournaldofdOpendSourcedSoftwareVJ
2021VJeVJbafc 5.2
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