
Michele Parrinello

ListloflPublicationslbylCitations

Source:lhttps://exaly.com/author-pdf/741704/michele-parrinello-publications-by-citations.pdf

Version:l2024-04-20l

Thisldocumentlhaslbeenlgeneratedlbasedlonlthelpublicationslandlcitationslrecordedlbylexaly.com.lForl

thellatestlversionloflthislpublicationllist,lvisitlthellinklgivenlabove.

ThelthirdlcolumnlislthelimpactlfactorluIFvlofltheljournal,landlthelfourthlcolumnlislthelnumberlofl

citationsloflthelarticle.

448
papers

81,516
citations

117
h-index

281
g-index

466
ext. papers

92,005
ext. citations

7
avg, IF

8.31
L-index



o Paper IF Citations

448 PolymorphicItransitionsIinIsingleIcrystalsfImInewImolecularIdynamicsImethodWIJournalcofcAppliedc
PhysicsUI1981UIa[UIcZd[VcZeY 2.5 10557

447  nifiedIapproachIforImolecularIdynamicsIandIdensityVfunctionalItheoryWIPhysicalcReviewcLettersUI
1985UIaaUI[4cZV[4c4 7.4 8744

446 oanonicalIsamplingIthroughIvelocityIrescalingWIJournalcofcChemicalcPhysicsUI2007UIZ[bUIYZ4ZYZ 3.9 8131

445 qscapingIfreeVenergyIminimaWIProceedingscofcthecNationalcAcademycofcSciencescofcthecUnitedcStatesc
ofcAmericaUI2002UIeeUIZ[ab[Vb 11.5 3706

444 “uickstepfIrastIandIaccurateIdensityIfunctionalIcalculationsIusingIaImixedIsaussianIandIplaneI
wavesIapproachWIComputercPhysicscCommunicationsUI2005UIZbcUIZY]VZ[d 4.2 3322

443 orystalI–tructureIandIPairIPotentialsfImIyolecularVpynamicsI–tudyWIPhysicalcReviewcLettersUI1980UI
4aUIZZebVZZee 7.4 2363

442 seneralizedIneuralVnetworkIrepresentationIofIhighVdimensionalIpotentialVenergyIsurfacesWIPhysicalc
ReviewcLettersUI2007UIedUIZ4b4YZ 7.4 1638

441 àellVtemperedImetadynamicsfIaIsmoothlyIconvergingIandItunableIfreeVenergyImethodWIPhysicalc
ReviewcLettersUI2008UIZYYUIY[YbY] 7.4 1586

440 —heInatureIofItheIhydratedIexcessIprotonIinIwaterWINatureUI1999UI]ecUIbYZVbY4 50.4 1399

439 Px yqpfImIportableIpluginIforIfreeVenergyIcalculationsIwithImolecularIdynamicsWIComputercPhysicsc
CommunicationsUI2009UIZdYUIZebZVZec[ 4.2 1087

438 yetadynamicsWIWileycInterdisciplinarycReviews:cComputationalcMolecularcScienceUI2011UIZUId[bVd4] 7.9 746

437 —heInatureIandItransportImechanismIofIhydratedIhydroxideIionsIinIaqueousIsolutionWINatureUI2002UI
4ZcUIe[aVe 50.4 738

436 mIhybridIsaussianIandIplaneIwaveIdensityIfunctionalIschemeWIMolecularcPhysicsUI1997UIe[UI4ccV4dc 1.7 633

435 qfficientIexplorationIofIreactiveIpotentialIenergyIsurfacesIusingIoarVParrinelloImolecularIdynamicsWI
PhysicalcReviewcLettersUI2003UIeYUI[]d]Y[ 7.4 629

434 OnItheI“uantumIzatureIofItheI–haredIProtonIinItydrogenInondsWIScienceUI1997UI[caUIdZcV[Y 33.3 617

433 mutoionizationIinIliquidIwaterWIScienceUI2001UI[eZUI[Z[ZV4 33.3 594

432 mbIinitioImolecularIdynamicsIsimulationIofIliquidIwaterfIoomparisonIofIthreeIgradientVcorrectedI
densityIfunctionalsWIJournalcofcChemicalcPhysicsUI1996UIZYaUIZZ4[VZZa[ 3.9 562

Michele Parrinello

2



431 –tudyIofIanIrIcenterIinImoltenIwolWIJournalcofcChemicalcPhysicsUI1984UIdYUIdbYVdbc 3.9 530

430 àaterIyoleculeIpipoleIinItheIsasIandIinItheIxiquidIPhaseWIPhysicalcReviewcLettersUI1999UId[UI]]YdV]]ZZ 7.4 527

429 –tructuralUIelectronicUIandIbondingIpropertiesIofIliquidIwaterIfromIfirstIprinciplesWIJournalcofc
ChemicalcPhysicsUI1999UIZZZUI]ac[V]adY 3.9 522

428 mbIunitioIyolecularIpynamicsI–imulationIofItheI–olvationIandI—ransportIofIt]OTIandIOtVIuonsIinI
àaterWIThecJournalcofcPhysicalcChemistryUI1995UIeeUIac4eVaca[ 493

427 —heIsaussianIandIaugmentedVplaneVwaveIdensityIfunctionalImethodIforIabIinitioImolecularI
dynamicsIsimulationsWITheoreticalcChemistrycAccountsUI1999UIZY]UIZ[4VZ4Y 1.9 435

426 —heIinfluenceIofItemperatureIandIdensityIfunctionalImodelsIinIabIinitioImolecularIdynamicsI
simulationIofIliquidIwaterWIJournalcofcChemicalcPhysicsUI2005UIZ[[UIZ4aZa 3.9 417

425 mssessingItheIaccuracyIofImetadynamicsWIJournalcofcPhysicalcChemistrycBUI2005UIZYeUIbcZ4V[Z 3.4 402

424 qfficientIreconstructionIofIcomplexIfreeIenergyIlandscapesIbyImultipleIwalkersImetadynamicsWI
JournalcofcPhysicalcChemistrycBUI2006UIZZYUI]a]]Ve 3.4 389

423 rreeVenergyIlandscapeIforIbetaIhairpinIfoldingIfromIcombinedIparallelItemperingIandI
metadynamicsWIJournalcofcthecAmericancChemicalcSocietyUI2006UIZ[dUIZ]4]aV4Z 16.4 378

422 rromImItoInIinIfreeIenergyIspaceWIJournalcofcChemicalcPhysicsUI2007UIZ[bUIYa4ZY] 3.9 361

421 —unnellingIandIzeroVpointImotionIinIhighVpressureIiceWINatureUI1998UI]e[UI[adV[bZ 50.4 349

420 qffectiveIforceIfieldsIforIcondensedIphaseIsystemsIfromIabIinitioImolecularIdynamicsIsimulationfIaI
newImethodIforIforceVmatchingWIJournalcofcChemicalcPhysicsUI2004UIZ[YUIZYdebVeZ] 3.9 349

419 mbIinitioIpathIintegralImolecularIdynamicsfInasicIideasWIJournalcofcChemicalcPhysicsUI1996UIZY4UI4YccV4Yd[3.9 348

418 qquilibriumIseometriesIandIqlectronicI–tructureIofIuronâ��PorphyrinIoomplexesfIImIpensityI
runctionalI–tudyWIJournalcofcPhysicalcChemistrycAUI1997UIZYZUIdeZ4Vde[a 2.8 347

417 –tructuralUIdynamicalUIandIelectronicIpropertiesIofIamorphousIsiliconfImnIabIinitioImolecularI
dynamicsIstudyWIPhysicalcReviewcLettersUI1988UIbYUI[Y4V[Yc 7.4 346

416 qnhancingIumportantIrluctuationsfI”areIqventsIandIyetadynamicsIfromIaIoonceptualI×iewpointWI
AnnualcReviewcofcPhysicalcChemistryUI2016UIbcUIZaeVd4 15.7 324

415 yaximallyVlocalizedIàannierIfunctionsIforIdisorderedIsystemsfImpplicationItoIamorphousIsiliconWI
SolidcStatecCommunicationsUI1998UIZYcUIcVZZ 1.6 320

414 xiquidIàaterIfromIrirstIPrinciplesf´ IunvestigationIofIpifferentI–amplingImpproachesWIJournalcofc
PhysicalcChemistrycBUI2004UIZYdUIZ[eeYVZ[eed 3.4 309

(2004-1984)

3



413 qquilibriumIfreeIenergiesIfromInonequilibriumImetadynamicsWIPhysicalcReviewcLettersUI2006UIebUIYeYbYZ7.4 304

412 mbIinitioIinfraredIspectrumIofIliquidIwaterWIChemicalcPhysicscLettersUI1997UI[ccUI4cdV4d[ 2.5 298

411 xargeIscaleIelectronicIstructureIcalculationsWIPhysicalcReviewcLettersUI1992UIbeUI]a4cV]aaY 7.4 297

410 qfficientIandIaccurateIoarVParrinelloVlikeIapproachItoInornVOppenheimerImolecularIdynamicsWI
PhysicalcReviewcLettersUI2007UIedUIYbb4YZ 7.4 295

409 –tructuralIandIelectronicIpropertiesIofIamorphousIcarbonWIPhysicalcReviewcLettersUI1989UIb[UIaaaVaad 7.4 275

408 qfficientIandIgeneralIalgorithmsIforIpathIintegralIoarâ��ParrinelloImolecularIdynamicsWIJournalcofc
ChemicalcPhysicsUI1996UIZY4UIaaceVaadd 3.9 272

407 rromImetadynamicsItoIdynamicsWIPhysicalcReviewcLettersUI2013UIZZZUI[]YbY[ 7.4 270

406 pispersionIcorrectionsItoIdensityIfunctionalsIforIwaterIaromaticIinteractionsWIJournalcofcChemicalc
PhysicsUI2004UIZ[YUI[be]Ve 3.9 266

405 mItimeVindependentIfreeIenergyIestimatorIforImetadynamicsWIJournalcofcPhysicalcChemistrycBUI2015UI
ZZeUIc]bV4[ 3.4 263

404 ProtonItransferIthroughItheIwaterIgossamerWIProceedingscofcthecNationalcAcademycofcSciencescofc
thecUnitedcStatescofcAmericaUI2013UIZZYUIZ]c[]Vd 11.5 260

403 qquilibriumIstructuresIandIfiniteItemperatureIpropertiesIofIsiliconImicroclustersIfromIabIinitioI
molecularVdynamicsIcalculationsWIPhysicalcReviewcLettersUI1988UIbYUI[cZV[c4 7.4 258

402 tydrogenIbondingIinIwaterWIPhysicalcReviewcLettersUI2003UIeZUI[ZaaY] 7.4 253

401 —heIroleIandIperspectiveIofIabIinitioImolecularIdynamicsIinItheIstudyIofIbiologicalIsystemsWI
AccountscofcChemicalcResearchUI2002UI]aUI4aaVb4 24.3 248

400 ”econstructingItheIequilibriumInoltzmannIdistributionIfromIwellVtemperedImetadynamicsWIJournalc
ofcComputationalcChemistryUI2009UI]YUIZbZaV[Z 3.5 237

399 zucleationImechanismIforItheIdirectIgraphiteVtoVdiamondIphaseItransitionWINaturecMaterialsUI2011UI
ZYUIbe]Vc 27 235

398 wineticsIofIproteinVligandIunbindingfIPredictingIpathwaysUIratesUIandIrateVlimitingIstepsWI
ProceedingscofcthecNationalcAcademycofcSciencescofcthecUnitedcStatescofcAmericaUI2015UIZZ[UIq]dbVeZ 11.5 234

397 runnelImetadynamicsIasIaccurateIbindingIfreeVenergyImethodWIProceedingscofcthecNationalc
AcademycofcSciencescofcthecUnitedcStatescofcAmericaUI2013UIZZYUIb]adVb] 11.5 234

396 rlexibleIdockingIinIsolutionIusingImetadynamicsWIJournalcofcthecAmericancChemicalcSocietyUI2005UI
Z[cUI[bYYVc 16.4 230

Michele Parrinello

4



395 seneralIandIefficientIalgorithmsIforIobtainingImaximallyIlocalizedIàannierIfunctionsWIPhysicalc
ReviewcBUI2000UIbZUIZYY4YVZYY4d 3.3 229

394 mbIinitioIcalculationIofIpropertiesIofIcarbonIinItheIamorphousIandIliquidIstatesWIPhysicalcReviewcBUI
1990UI4[UIc4cYVc4d[ 3.3 225

393 yolecularIdynamicsIinIlowVspinIexcitedIstatesWIJournalcofcChemicalcPhysicsUI1998UIZYdUI4YbYV4Ybe 3.9 219

392 usothermalVisobaricImolecularIdynamicsIusingIstochasticIvelocityIrescalingWIJournalcofcChemicalc
PhysicsUI2009UIZ]YUIYc4ZYZ 3.9 215

391 mbIinitioImolecularIdynamicsIwithIexcitedIelectronsWIPhysicalcReviewcLettersUI1994UIc]UI[aeeV[bY[ 7.4 213

390 mIrecipeIforItheIcomputationIofItheIfreeIenergyIbarrierIandItheIlowestIfreeIenergyIpathIofI
concertedIreactionsWIJournalcofcPhysicalcChemistrycBUI2005UIZYeUIbbcbVdc 3.4 210

389 rreezingIofIaIxennardVvonesIfluidfIfromInucleationItoIspinodalIregimeWIPhysicalcReviewcLettersUI
2006UIecUIZYacYZ 7.4 207

388 qfficientIstochasticIthermostattingIofIpathIintegralImolecularIdynamicsWIJournalcofcChemicalcPhysics
UI2010UIZ]]UIZ[4ZY4 3.9 203

387 mnisotropyIofIqarthPsIpPPIlayerIandIstackingIfaultsIinItheIyg–iO]IpostVperovskiteIphaseWINatureUI
2005UI4]dUIZZ4[V4 50.4 203

386 mIzewIabVunitioImpproachIforIzy”IohemicalI–hiftsIinIPeriodicI–ystemsWIJournalcofcPhysicalc
ChemistrycAUI2001UIZYaUIZeaZVZead 2.8 199

385
rromItheIooverfI–implifyingItheIrepresentationIofIcomplexIfreeVenergyIlandscapesIusingI
sketchVmapWIProceedingscofcthecNationalcAcademycofcSciencescofcthecUnitedcStatescofcAmericaUI2011UI
ZYdUIZ]Y[]Vd

11.5 198

384 mbIinitioIpathVintegralImolecularIdynamicsWIEuropeancPhysicalcJournalcBUI1994UIeaUIZ4]VZ44 1.2 196

383 rirstIPrinciplesIyolecularIpynamicsI–tudyIofIβieglerâ��zattaIteterogeneousIoatalysisWIJournalcofcthec
AmericancChemicalcSocietyUI1998UIZ[YUI[c4bV[ca[ 16.4 194

382 mccurateIsamplingIusingIxangevinIdynamicsWIPhysicalcReviewcEUI2007UIcaUIYabcYc 2.4 193

381 qnhancedIsamplingIinItheIwellVtemperedIensembleWIPhysicalcReviewcLettersUI2010UIZY4UIZeYbYZ 7.4 188

380 mnIqfficientI”ealI–paceIyultigridI“yXyyIqlectrostaticIoouplingWIJournalcofcChemicalcTheorycandc
ComputationUI2005UIZUIZZcbVd4 6.4 186

379 mbIinitioIyolecularIpynamicsI–imulationIofIxaserIyeltingIofI–iliconWIPhysicalcReviewcLettersUI1996UI
ccUI]Z4eV]Za[ 7.4 186

378 orystalIstructureItransformationsIinI–iO[IfromIclassicalIandIabIinitioImetadynamicsWINaturec
MaterialsUI2006UIaUIb[]Vb 27 183

(2006-2000)

5



377 àellVtemperedImetadynamicsIconvergesIasymptoticallyWIPhysicalcReviewcLettersUI2014UIZZ[UI[4YbY[ 7.4 182

376 yetadynamicsIsimulationsIofItheIhighVpressureIphasesIofIsiliconIemployingIaIhighVdimensionalI
neuralInetworkIpotentialWIPhysicalcReviewcLettersUI2008UIZYYUIZdaaYZ 7.4 181

375 —heIconformationalIfreeIenergyIlandscapeIofIbetaVpVglucopyranoseWIumplicationsIforIsubstrateI
preactivationIinIbetaVglucosideIhydrolasesWIJournalcofcthecAmericancChemicalcSocietyUI2007UIZ[eUIZYbdbVe]16.4 177

374 àaterIstructureIasIaIfunctionIofItemperatureIfromI−VrayIscatteringIexperimentsIandIabIinitioI
molecularIdynamicsWIPhysicalcChemistrycChemicalcPhysicsUI2003UIaUIZedZ 3.6 173

373 –taticIandIpynamicalIPropertiesIofIxiquidIàaterIfromIrirstIPrinciplesIbyIaIzovelIoarVParrinelloVlikeI
mpproachWIJournalcofcChemicalcTheorycandcComputationUI2009UIaUI[]aV4Z 6.4 172

372 –tructuralIquantumIeffectsIandIthreeVcentreItwoVelectronIbondingIinIotTaWINatureUI1995UI]caUI[ZbV[Zd 50.4 172

371 zuclearIquantumIeffectsIandIhydrogenIbondIfluctuationsIinIwaterWIProceedingscofcthecNationalc
AcademycofcSciencescofcthecUnitedcStatescofcAmericaUI2013UIZZYUIZaaeZVb 11.5 170

370 ooloredVzoiseI—hermostatsIˆ IlaIoarteWIJournalcofcChemicalcTheorycandcComputationUI2010UIbUIZZcYVZZdY 6.4 166

369 seneralizedIvariationalIdensityIfunctionalIperturbationItheoryWIJournalcofcChemicalcPhysicsUI2000UI
ZZ]UIcZY[VcZYe 3.9 165

368 mbIinitioImolecularVdynamicsIsimulationIofIwTIsolvationIinIwaterWIJournalcofcChemicalcPhysicsUI1999UI
ZZZUIZadcVZaeZ 3.9 165

367 yolecularIbasisIofIcyclooxygenaseIenzymesIQoO−sRIselectiveIinhibitionWIProceedingscofcthecNationalc
AcademycofcSciencescofcthecUnitedcStatescofcAmericaUI2010UIZYcUIa4ZZVb 11.5 161

366 rirstIPrinciplesI–tudyIofIPropeneIPolymerizationIinIβieglerâ��zattaIteterogeneousIoatalysisWIJournalc
ofcthecAmericancChemicalcSocietyUI2000UIZ[[UIaYZVaYe 16.4 160

365 zuclearIquantumIeffectsIinIsolidsIusingIaIcoloredVnoiseIthermostatWIPhysicalcReviewcLettersUI2009UI
ZY]UIY]YbY] 7.4 158

364 untegratingItheIoarâ��ParrinelloIequationsWIuWInasicIintegrationItechniquesWIJournalcofcChemicalcPhysics
UI1994UIZYZUIZ]Y[VZ]Za 3.9 158

363 rromIsiliconItoI”zmfI—heIcomingIofIageIofIabIinitioImolecularIdynamicsWISolidcStatecCommunications
UI1997UIZY[UIZYcVZ[Y 1.6 157

362 mllVelectronIabVinitioImolecularIdynamicsWIPhysicalcChemistrycChemicalcPhysicsUI2000UI[UI[ZYaV[ZZ[ 3.6 157

361 umpurityIstatesIinIdopedIfullerenesfIoaenIandIoaezWIChemicalcPhysicscLettersUI1992UIZeYUIZaeVZb[ 2.5 155

360 ×ariationalIapproachItoIenhancedIsamplingIandIfreeIenergyIcalculationsWIPhysicalcReviewcLettersUI
2014UIZZ]UIYeYbYZ 7.4 154

Michele Parrinello

6



359 yetadynamicsIwithImdaptiveIsaussiansWIJournalcofcChemicalcTheorycandcComputationUI2012UIdUI[[4cVa4 6.4 149

358 tydrolysisIatIsteppedIygOIsurfacesWIPhysicalcReviewcLettersUI1994UIc]UIaY4VaYc 7.4 149

357 qlectronicIstructureIofIwetIpzmWIPhysicalcReviewcLettersUI2002UIdeUIZYdZY[ 7.4 148

356 –ignatureIofItetrahedralIseIinItheI”amanIspectrumIofIamorphousIphaseVchangeImaterialsWIPhysicalc
ReviewcLettersUI2010UIZY4UIYdaaY] 7.4 147

355 rirstVprinciplesImolecularVdynamicsIsimulationsIofIaIhydratedIelectronIinInormalIandIsupercriticalI
waterWIPhysicalcReviewcLettersUI2003UIeYUI[[b4Y] 7.4 147

354 PullingImonatomicIgoldIwiresIwithIsingleImoleculesfIanImbIinitioIsimulationWIPhysicalcReviewcLettersUI
2002UIdeUIZdb4Y[ 7.4 147

353 xangevinIequationIwithIcoloredInoiseIforIconstantVtemperatureImolecularIdynamicsIsimulationsWI
PhysicalcReviewcLettersUI2009UIZY[UIY[YbYZ 7.4 144

352 mbIinitioImolecularIdynamicsIofIionIsolvationWI—heIcaseIofIne[TIinIwaterWIChemicalcPhysicscLettersUI
1997UI[c]UI]bYV]bb 2.5 144

351  ncoveringImolecularIdetailsIofIureaIcrystalIgrowthIinItheIpresenceIofIadditivesWIJournalcofcthec
AmericancChemicalcSocietyUI2012UIZ]4UIZc[[ZV]] 16.4 142

350 qnergyIoonservationIinImdaptiveItybridImtomisticXooarseVsrainIyolecularIpynamicsWIJournalcofc
ChemicalcTheorycandcComputationUI2007UI]UIZZYYVa 6.4 137

349 ”econstructingItheIdensityIofIstatesIbyIhistoryVdependentImetadynamicsWIPhysicalcReviewcLettersUI
2004UIe[UIZcYbYZ 7.4 137

348 –urfaceIsolvationIofIhalogenIanionsIinIwaterIclustersfImnIabIinitioImolecularIdynamicsIstudyIofItheI
olâ��Qt[ORbIcomplexWIJournalcofcChemicalcPhysicsUI2001UIZZ4UIcY]bVcY44 3.9 136

347 alphaIVgalliumfImImetallicImolecularIcrystalWIPhysicalcReviewcBUI1991UI4]UIZ4[ccVZ4[dY 3.3 136

346 tydrogenIbondingIandIdipoleImomentIofIwaterIatIsupercriticalIconditionsfIaIfirstVprinciplesI
molecularIdynamicsIstudyWIPhysicalcReviewcLettersUI2000UIdaUI][4aVd 7.4 134

345 qlectronicIstructureIoptimizationIinIplaneVwaveVbasedIdensityIfunctionalIcalculationsIbyIdirectI
inversionIinItheIiterativeIsubspaceWIComputationalcMaterialscScienceUI1994UI[UI[44V[4d 3.2 134

344 mnIqfficientIxinearV–calingIqlectrostaticIoouplingIforI—reatingIPeriodicInoundaryIoonditionsIinI
“yXyyI–imulationsWIJournalcofcChemicalcTheorycandcComputationUI2006UI[UIZ]cYVd 6.4 131

343 unteractionIofIshortVchainIalkaneIthiolsIandIthiolatesIwithIsmallIgoldIclustersfImdsorptionIstructuresI
andIenergeticsWIJournalcofcChemicalcPhysicsUI2001UIZZaUI4ccbV4cdb 3.9 126

342 OnItheIrecombinationIofIhydroniumIandIhydroxideIionsIinIwaterWIProceedingscofcthecNationalc
AcademycofcSciencescofcthecUnitedcStatescofcAmericaUI2011UIZYdUI[Y4ZYVa 11.5 123

(2011-2012)

7



341 mssessingItheI”eliabilityIofItheIpynamicsI”econstructedIfromIyetadynamicsWIJournalcofcChemicalc
TheorycandcComputationUI2014UIZYUIZ4[YVa 6.4 122

340 ”oleIofIconformationalIfluctuationsIinItheIenzymaticIreactionIofItu×VZIproteaseWIJournalcofc
MolecularcBiologyUI2002UI]ZeUIabcVd] 6.5 122

339 qxploringIpolymorphismfItheIcaseIofIbenzeneWIAngewandtecChemiecrcInternationalcEditionUI2005UI44UI]cbeVc]16.4 121

338 mctionVderivedImolecularIdynamicsIinItheIstudyIofIrareIeventsWIPhysicalcReviewcLettersUI2001UIdcUIZYd]Y[7.4 120

337 unfluenceIofItheIhemeIpocketIconformationIonItheIstructureIandIvibrationsIofItheIreVoOIbondIinI
myoglobinfIaI“yXyyIdensityIfunctionalIstudyWIBiophysicalcJournalUI2001UIdZUI4]aV4a 2.9 120

336 yicroscopicIstrutureIofIamorphousIcovalentIalloysIprobedIbyIabIinitioImolecularIdynamicsfI–ioWI
PhysicalcReviewcLettersUI1992UIbdUI]Y44V]Y4c 7.4 120

335 mcceleratingItheIconvergenceIofIpathIintegralIdynamicsIwithIaIgeneralizedIxangevinIequationWI
JournalcofcChemicalcPhysicsUI2011UIZ]4UIYd4ZY4 3.9 119

334 àaterIatIsupercriticalIconditionsfImIfirstIprinciplesIstudyWIJournalcofcChemicalcPhysicsUI2001UIZZaUI[[ZeV[[[c3.9 118

333 tydrogenIbondIdrivenIchemicalIreactionsfIneckmannIrearrangementIofIcyclohexanoneIoximeIintoI
epsilonVcaprolactamIinIsupercriticalIwaterWIJournalcofcthecAmericancChemicalcSocietyUI2004UIZ[bUIb[dYVb 16.4 117

332 mbIinitioImolecularIdynamicsVbasedIassignmentIofItheIprotonationIstateIofIpepstatinImXtu×VZI
proteaseIcleavageIsiteWIJournalcofcthecAmericancChemicalcSocietyUI2001UIZ[]UIdc]YVc 16.4 117

331 qlectronicIandIvibrationalIpropertiesIofIobYIatIfiniteItemperatureIfromIabIinitioImolecularI
dynamicsWIPhysicalcReviewcBUI1991UI44UI4YabV4Yae 3.3 117

330  nbindingIwineticsIofIaIp]dIymPIwinaseI—ypeIuuIunhibitorIfromIyetadynamicsI–imulationsWIJournalc
ofcthecAmericancChemicalcSocietyUI2017UIZ]eUI4cdYV4cdd 16.4 115

329  singIsketchVmapIcoordinatesItoIanalyzeIandIbiasImolecularIdynamicsIsimulationsWIProceedingscofc
thecNationalcAcademycofcSciencescofcthecUnitedcStatescofcAmericaUI2012UIZYeUIaZebV[YZ 11.5 115

328 ProteinIconformationalItransitionsfItheIclosureImechanismIofIaIkinaseIexploredIbyIatomisticI
simulationsWIJournalcofcthecAmericancChemicalcSocietyUI2009UIZ]ZUI[44VaY 16.4 114

327 mIrirstIPrinciplesIqxplorationIofIaI×arietyIofImctiveI–urfacesIandIoatalyticI–itesIinIβieglerâ��zattaI
teterogeneousIoatalysisWIJournalcofcPhysicalcChemistrycAUI2001UIZYaUIaYebVaZYa 2.8 114

326 —heIsVtriplexIpzmWIAngewandtecChemiecrcInternationalcEditionUI2013UIa[UI[[beVc] 16.4 113

325 yolecularVdynamicsIsimulationsIofIureaInucleationIfromIaqueousIsolutionWIProceedingscofcthec
NationalcAcademycofcSciencescofcthecUnitedcStatescofcAmericaUI2015UIZZ[UIqbVZ4 11.5 113

324 —argetingIbiomolecularIflexibilityIwithImetadynamicsWICurrentcOpinioncincStructuralcBiologyUI2010UI
[YUIZ4dVa4 8.1 113

Michele Parrinello

8



323 ”econstructionIofItheIdiamondIQZZZRIsurfaceWIPhysicalcReviewcLettersUI1992UIbeUI[e4cV[eaY 7.4 111

322 mIselfVlearningIalgorithmIforIbiasedImolecularIdynamicsWIProceedingscofcthecNationalcAcademycofc
SciencescofcthecUnitedcStatescofcAmericaUI2010UIZYcUIZcaYeVZ4 11.5 107

321 mqueousIsolutionsfIstateIofItheIartIinIabIinitioImolecularIdynamicsWIPhilosophicalcTransactionscSeriesc
ApcMathematicalpcPhysicalpcandcEngineeringcSciencesUI2014UI]c[UI[YZ[Y4d[ 3 104

320 mbIinitioIqualityIneuralVnetworkIpotentialIforIsodiumWIPhysicalcReviewcBUI2010UIdZUI 3.3 103

319 oarbonfI—heInatureIofItheIliquidIstateWIPhysicalcReviewcLettersUI1989UIb]UIeddVeeZ 7.4 101

318 –tabilityIandIstructureIofIoligomersIofItheImlzheimerIpeptideImbetaZbV[[fIfromItheIdimerItoItheI
][VmerWIBiophysicalcJournalUI2006UIeZUI][ZcV[e 2.9 98

317 mnharmonicI”amanIspectraIinIhighVpressureIiceIfromIabIinitioIsimulationsWIPhysicalcReviewcLettersUI
2002UIddUIZcb4YZ 7.4 98

316 zucleotideVdependentIconformationalIstatesIofIactinWIProceedingscofcthecNationalcAcademycofc
SciencescofcthecUnitedcStatescofcAmericaUI2009UIZYbUIZ[c[]Vd 11.5 97

315 mImolecularIdynamicsIstudyIofItheIearlyIstagesIofIcalciumIcarbonateIgrowthWIJournalcofcPhysicalc
ChemistrycBUI2009UIZZ]UIZZbdYVc 3.4 97

314 yediumIeffectsIonIaZ×Izy”IchemicalIshiftsfIaIdensityIfunctionalIstudyWIChemistrycrcAcEuropeanc
JournalUI2001UIcUI44dcVe4 4.8 97

313 –olvationI–tructureIandIyobilityIyechanismIofIOtVfIImIoarâ��ParrinelloIyolecularIpynamicsI
unvestigationIofImlkalineI–olutionsWIJournalcofcPhysicalcChemistrycBUI2002UIZYbUIZ[YYbVZ[YZb 3.4 97

312 mnomalousIwaterIdiffusionIinIsaltIsolutionsWIProceedingscofcthecNationalcAcademycofcSciencescofcthec
UnitedcStatescofcAmericaUI2014UIZZZUI]]ZYVa 11.5 95

311 –tochasticIthermostatsfIcomparisonIofIlocalIandIglobalIschemesWIComputercPhysicscCommunicationsUI
2008UIZceUI[bV[e 4.2 95

310 pemonstratingItheI—ransferabilityIandItheIpescriptiveIPowerIofI–ketchVyapWIJournalcofcChemicalc
TheorycandcComputationUI2013UIeUIZa[ZV][ 6.4 93

309 yetadynamicsIsimulationIofIprionIproteinfIbetaVstructureIstabilityIandItheIearlyIstagesIofI
misfoldingWIJournalcofcthecAmericancChemicalcSocietyUI2006UIZ[dUI[cYaVZY 16.4 93

308 mIpossibleInewIhighlyIstableIfullerideIclusterfIxiZ[obYWIChemicalcPhysicscLettersUI1992UIZedUI4c[V4cc 2.5 93
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