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314 slobalH{ptimizationHbyHnasinUtoppingHandHtheHxowestHqnergyH“tructuresHofHxennardUvonesHolustersH
oontainingHupHtoHYYXHmtomsVHJournaleofePhysicaleChemistryeATH1997THYXYTHaYYYUaYYb 2.8 2197

313 ”heoreticalHstudiesHofHicosahedralHobXHandHsomeHrelatedHspeciesVHChemicalePhysicseLettersTH1986TH
YZdTHaXYUaX[ 2.5 1603

312 slobalHoptimizationHofHclustersTHcrystalsTHandHbiomoleculesVHScienceTH1999THZdaTHY[bdUcZ 33.3 881

311 mrchetypalHenergyHlandscapesVHNatureTH1998TH[e]THcadUcbX 50.4 469

310 slobalHminimaHofHwaterHclustersHPtZ{QnTHnâ�⁄ZYTHdescribedHbyHanHempiricalHpotentialVHChemicalePhysicse
LettersTH1998THZdbTHbaUcZ 2.5 375

309 ”heHeffectHofHtheHrangeHofHtheHpotentialHonHtheHstructuresHofHclustersVHJournaleofeChemicalePhysicsTH
1995THYX[TH]Z[]U]Z]e 3.9 352

308 pefectHmigrationHinHcrystallineHsiliconVHPhysicaleRevieweBTH1999THaeTH[ebeU[edX 3.3 336

307 piscreteHpathHsamplingVHMolecularePhysicsTH2002THYXXTH[ZdaU[[Xa 1.7 309

306 mHdoublyHnudgedHelasticHbandHmethodHforHfindingHtransitionHstatesVHJournaleofeChemicalePhysicsTH
2004THYZXTHZXdZUe] 3.9 295

305 ”heHdoubleUfunnelHenergyHlandscapeHofHtheH[dUatomHxennardUvonesHclusterVHJournaleofeChemicale
PhysicsTH1999THYYXTHbdebUbeXb 3.9 249

304 qnergyHxandscapesfHmpplicationsHtoHolustersTHniomoleculesHandHslassesH2004TH 231

303 }redictionHofH“epsisHinHtheHuntensiveHoareH–nitHWithHyinimalHqlectronicHtealthHRecordHpatafHmH
yachineHxearningHmpproachVHJMIReMedicaleInformaticsTH2016TH]THeZd 3.6 224

302 qvolutionHofHtheHpotentialHenergyHsurfaceHwithHsizeHforHxennardUvonesHclustersVHJournaleofeChemicale
PhysicsTH1999THYYYTHd]YcUd]Zd 3.9 206

301 “tructuralHconsequencesHofHtheHrangeHofHtheHinteratomicHpotentialHmHmenagerieHofHclustersVHJournale
ofetheeChemicaleSocietyreFaradayeTransactionsTH1997THe[TH]Z[[U]Z][ 198

300 ”hermodynamicsHofHslobalH{ptimizationVHPhysicaleRevieweLettersTH1998THdXTHY[acUY[bX 7.4 193

299 ooexistenceHinHsmallHinertHgasHclustersVHMolecularePhysicsTH1993THcdTHYaYUYcY 1.7 185

298 ooncertedHhydrogenUbondHbreakingHbyHquantumHtunnelingHinHtheHwaterHhexamerHprismVHScienceTH
2016TH[aYTHY[YXU[ 33.3 182
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297 mHmicroscopicHbasisHforHtheHglobalHappearanceHofHenergyHlandscapesVHScienceTH2001THZe[THZXbcUcX 33.3 179

296 °irulenceUassociatedHsubstitutionHpZZZsHinHtheHhemagglutininHofHZXXeHpandemicHinfluenzaHmPtYzYQH
virusHaffectsHreceptorHbindingVHJournaleofeVirologyTH2010THd]THYYdXZUY[ 6.6 171

295 “omeHfurtherHapplicationsHofHdiscreteHpathHsamplingHtoHclusterHisomerizationVHMolecularePhysicsTH
2004THYXZTHdeYUeXd 1.7 163

294 ”hermodynamicsHandHtheHglobalHoptimizationHofHxennardUvonesHclustersVHJournaleofeChemicalePhysics
TH1998THYXeTHdY][UdYa[ 3.9 163

293 qnergyHlandscapesfHcalculatingHpathwaysHandHratesVHInternationaleReviewseinePhysicaleChemistryTH
2006THZaTHZ[cUZdZ 7 161

292 “addleHpointsHandHdynamicsHofHxennardUvonesHclustersTHsolidsTHandHsupercooledHliquidsVHJournaleofe
ChemicalePhysicsTH2002THYYbTH[cccU[cdd 3.9 157

291 rromH”opographiesHtoHpynamicsHonHyultidimensionalH}otentialHqnergyH“urfacesHofHmtomicHolustersVH
ScienceTH1996THZcYTHeb[Uebb 33.3 157

290 }otentialHenergyHandHfreeHenergyHlandscapesVHJournaleofePhysicaleChemistryeBTH2006THYYXTHZXcbaUcb 3.4 152

289 ”heoreticalHstudyHofHwaterHtrimerVHJournaleofetheeAmericaneChemicaleSocietyTH1993THYYaTHYYYdXUYYYeX 16.4 148

288 “tatisticalHthermodynamicsVH”akingHaHwalkHonHaHlandscapeVHScienceTH2001THZe[THbYZU[ 33.3 143

287 ”hermodynamicsHandHkineticsHofHaggregationHforHtheHszzQQz−HpeptideVHJournaleofetheeAmericane
ChemicaleSocietyTH2007THYZeTHYbXXaUY] 16.4 139

286 oalculationHofHthermodynamicHpropertiesHofHsmallHxennardUvonesHclustersHincorporatingH
anharmonicityVHJournaleofeChemicalePhysicsTH1995THYXZTHebaeUebcZ 3.9 139

285 rreeHenergyHlandscapesHofHmodelHpeptidesHandHproteinsVHJournaleofeChemicalePhysicsTH2003THYYdTH[deYU[dec3.9 136

284 ”ransitionHstatesHandHrearrangementHmechanismsHfromHhybridHeigenvectorUfollowingHandHdensityH
functionalHtheoryVVHChemicalePhysicseLettersTH2001TH[]YTHYdaUYe] 2.5 136

283 ”heHenergyHlandscapeHasHaHunifyingHthemeHinHmolecularHscienceVHPhilosophicaleTransactionseSerieseAre
MathematicalrePhysicalreandeEngineeringeSciencesTH2005TH[b[TH[acUcagHdiscussionH[caUc 3 135

282 “tructureTHpynamicsTHandH”hermodynamicsHofHolustersfH”alesHfromH”opographicH}otentialH“urfacesVH
ScienceTH1996THZcYTHeZaUeZe 33.3 131

281 rindingHpathwaysHbetweenHdistantHlocalHminimaVHJournaleofeChemicalePhysicsTH2005THYZZTHZ[]eX[ 3.9 130

280 roldingHofHtheHsnYHhairpinHpeptideHfromHdiscreteHpathHsamplingVHJournaleofeChemicalePhysicsTH2004TH
YZYTHYXdXUeX 3.9 130
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279 “tationaryHpointsHandHdynamicsHinHhighUdimensionalHsystemsVHJournaleofeChemicalePhysicsTH2003THYYeTHYZ]XeUYZ]Yb3.9 126

278 ”heH“tructureHandH“tabilityHofHmtomicHxiquidsfHrromHolustersHtoHnulkVHScienceTH1996THZcYTH]d]U]dc 33.3 126

277 qnergyHxandscapesfHrromHolustersHtoHniomoleculesVHAdvanceseineChemicalePhysicsTH2007THYUYYY 124

276
”heHeffectHofHtheHrangeHofHtheHpotentialHonHtheHstructureHandHstabilityHofHsimpleHliquidsfHfromH
clustersHtoHbulkTHfromHsodiumHtoVHJournaleofePhysicseB:eAtomicreMoleculareandeOpticalePhysicsTH1996TH
ZeTH]daeU]de]

1.3 120

275 towHtheHrangeHofHpairHinteractionsHgovernsHfeaturesHofHmultidimensionalHpotentialsVHJournaleofe
ChemicalePhysicsTH1990THe[THdc]aUdcab 3.9 120

274 rreeHenergyHbarriersHtoHmeltingHinHatomicHclustersVHJournaleofeChemicalePhysicsTH1994THYXYTHY]bXUY]cb 3.9 119

273 ”ransmembraneHstructuresHforHmlzheimerOsHm˛†PYU]ZQHoligomersVHJournaleofetheeAmericaneChemicale
SocietyTH2010THY[ZTHY[[XXUYZ 16.4 116

272 qnergyHlandscapesfHsomeHnewHhorizonsVHCurrenteOpinioneineStructuraleBiologyTH2010THZXTH[UYX 8.1 116

271 QuantumHpartitionHfunctionsHfromHclassicalHdistributionsfHmpplicationHtoHrareUgasHclustersVHJournaleofe
ChemicalePhysicsTH2001THYY]THc[YZUc[Ze 3.9 114

270 ”heoreticalHstudyHofHtheHwaterHpentamerVHJournaleofeChemicalePhysicsTH1996THYXaTHbeacUbecY 3.9 114

269 “tructureHandHenergeticsHofHmodelHmetalHclustersVHJournaleofeChemicalePhysicsTH1992THebTHdaZXUda[] 3.9 113

268 qnergyHlandscapeHofHaHmodelHproteinVHJournaleofeChemicalePhysicsTH1999THYYYTHbbYXUbbYb 3.9 107

267 “tructuralHrelaxationHinHyorseHclustersfHqnergyHlandscapesVHJournaleofeChemicalePhysicsTH1999THYYXTH[ZdU[[]3.9 106

266 yembraneH}roteinH“tructureTHrunctionTHandHpynamicsfHaH}erspectiveHfromHqxperimentsHandH”heoryVH
JournaleofeMembraneeBiologyTH2015THZ]dTHbYYU]X 2.3 101

265 rreeHenergyHsurfacesHfromHanHextendedHharmonicHsuperpositionHapproachHandHkineticsHforHalanineH
dipeptideVHChemicalePhysicseLettersTH2008TH]bbTHYXaUYYa 2.5 100

264 ohaosHinHsmallHclustersHofHinertHgasHatomsVHJournaleofeChemicalePhysicsTH1992THebTHY[cbUY[eX 3.9 99

263 “tructureHandHdynamicsHofHsphericalHcrystalsHcharacterizedHforHtheH”homsonHproblemVHPhysicale
RevieweBTH2006THc]TH 3.3 97

262 qnergyHlandscapesHofHsomeHmodelHglassHformersVHPhysicaleRevieweBTH2001THb]TH 3.3 96
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261 RearrangementsHofHmodelHPtZ{QdHandHPtZ{QZXHclustersVHJournaleofeChemicalePhysicsTH1993THedTHcZacUcZbd3.9 96

260 slobalHoptimizationHandHfoldingHpathwaysHofHselectedHalphaUhelicalHproteinsVHJournaleofeChemicale
PhysicsTH2005THYZ[THZ[]eXY 3.9 89

259 roldingHpathwaysHandHratesHforHtheHthreeUstrandedHbetaUsheetHpeptideHneta[sHusingHdiscreteHpathH
samplingVHJournaleofePhysicaleChemistryeBTH2008THYYZTHdcbXUe 3.4 86

258 RearrangementsHofHtheHwaterHtrimerVHJournaleofetheeChemicaleSocietyreFaradayeTransactionsTH1996TH
eZTHZaXa 84

257 xocatingHstationaryHpointsHforHclustersHinHcartesianHcoordinatesVHJournaleofetheeChemicaleSocietyre
FaradayeTransactionsTH1993THdeTHY[Xa 83

256 qquilibriumHthermodynamicsHfromHbasinUsamplingVHJournaleofeChemicalePhysicsTH2006THYZ]THX]]YXZ 3.9 82

255 ooexistenceHandHphaseHseparationHinHclustersfHrromHtheHsmallHtoHtheHnotUsoUsmallHregimeVHJournaleofe
ChemicalePhysicsTH1995THYX[TH[XbYU[XcX 3.9 81

254 {nHpotentialHenergyHsurfacesHandHrelaxationHtoHtheHglobalHminimumVHJournaleofeChemicalePhysicsTH
1996THYXaTHd]ZdUd]]a 3.9 79

253 ”heoreticalHstudyHofHtheHwaterHtetramerVHJournaleofeChemicalePhysicsTH1997THYXbTHcYe[UcZXc 3.9 78

252 “urveyingHaHpotentialHenergyHsurfaceHbyHeigenvectorUfollowingVHZeitschrifteFˆ…rePhysikeDsAtomse
MoleculeseandeClustersTH1997TH]XTHYe]UYec 78

251 qnergyHlandscapesHofHmodelHpolyalaninesVHJournaleofeChemicalePhysicsTH2002THYYcTHY[b[UY[cb 3.9 78

250 qnergyHlandscapesTHglobalHoptimizationHandHdynamicsHofHtheHpolyalanineHmcPalaQdztyeVHJournaleofe
ChemicalePhysicsTH2001THYY]THb]][Ub]a] 3.9 75

249 “tructuralHrelaxationHinHatomicHclustersfHmasterHequationHdynamicsVHPhysicaleRevieweETH1999THbXTH[cXYUYd 2.4 74

248 mnHorderHparameterHapproachHtoHcoexistenceHinHatomicHclustersVHJournaleofeChemicalePhysicsTH1995TH
YXZTHebc[Uebdd 3.9 74

247 ”heHfavoredHclusterHstructuresHofHmodelHglassHformersVHJournaleofeChemicalePhysicsTH2003THYYdTHZceZ 3.9 72

246 rindingHsaddleHpointsHforHclustersVHJournaleofeChemicalePhysicsTH1989THeYTHcXXZUcXYX 3.9 72

245 qnergyHlandscapesHforHdiffusionfHanalysisHofHcageUbreakingHprocessesVHJournaleofeChemicalePhysicsTH
2008THYZeTHYb]aXc 3.9 71

244 ”heHfreeHenergyHlandscapeHandHdynamicsHofHmetUenkephalinVHJournaleofeChemicalePhysicsTH2003THYYeTHee]cUeeaa3.9 71
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243 oalculatingHrateHconstantsHandHcommittorHprobabilitiesHforHtransitionHnetworksHbyHgraphH
transformationVHJournaleofeChemicalePhysicsTH2009THY[XTHZX]YYY 3.9 69

242 orystalsHofHbinaryHxennardUvonesHsolidsVHPhysicaleRevieweBTH2001THb]TH 3.3 69

241 nasinsHofHattractionHforHstationaryHpointsHonHaHpotentialUenergyHsurfaceVHJournaleofetheeChemicale
SocietyreFaradayeTransactionsTH1992THddTHba[ 68

240 }erspectivefHunsightHintoHreactionHcoordinatesHandHdynamicsHfromHtheHpotentialHenergyHlandscapeVH
JournaleofeChemicalePhysicsTH2015THY]ZTHY[XeXY 3.9 66

239 qnergyHlandscapesHofHmodelHglassesVHuuVHResultsHforHconstantHpressureVHJournaleofeChemicalePhysicsTH
2003THYYdTH]ad[U]ae[ 3.9 66

238 unstantonHcalculationsHofHtunnelingHsplittingsHforHwaterHdimerHandHtrimerVHJournaleofeChemicale
PhysicsTH2011THY[aTHYZ]YXe 3.9 65

237 qxploringHqnergyHxandscapesVHAnnualeRevieweofePhysicaleChemistryTH2018THbeTH]XYU]Za 15.7 62

236 ”heoreticalHstudyHofHrearrangementsHinHwaterHdimerHandHtrimerVHMolecularePhysicsTH2002THYXXTHZce[UZdXb1.7 62

235 pefectHmotifsHforHsphericalHtopologiesVHPhysicaleRevieweBTH2009THceTH 3.3 59

234 “tructureHandHtorsionalHdynamicsHofHtheHwaterHoctamerHfromH”tzHlaserHspectroscopyHnearHZYaH˛…mVH
ScienceTH2016TH[aZTHYYe]Uc 33.3 58

233 pecodingHtheHenergyHlandscapefHextractingHstructureTHdynamicsHandHthermodynamicsVHPhilosophicale
TransactionseSerieseAreMathematicalrePhysicalreandeEngineeringeSciencesTH2012TH[cXTHZdccUee 3 58

232 qnergyHlandscapesHofHclustersHboundHbyHshortUrangedHpotentialsVHChemPhysChemTH2010THYYTHZ]eYU] 3.2 58

231 qnergyHlandscapesHforHmachineHlearningVHPhysicaleChemistryeChemicalePhysicsTH2017THYeTHYZadaUYZbX[ 3.6 57

230 ohemistryVH}inningHdownHtheHwaterHhexamerVHScienceTH2012TH[[bTHdY]Ua 33.3 57

229 oharacterizationHofHanharmonicitiesHonHcomplexHpotentialHenergyHsurfacesfH}erturbationHtheoryHandH
simulationVHJournaleofeChemicalePhysicsTH2001THYYaTHebZcUeb[b 3.9 56

228 untrinsicallyHdisorderedHenergyHlandscapesVHScientificeReportsTH2015THaTHYX[db 4.9 54

227 “ymmetryTHnearUsymmetryHandHenergeticsVHChemicalePhysicseLettersTH1998THZdaTH[[XU[[b 2.5 54

226 xocalHinterpretationHofHchaoticHdynamicsHinHaHmanyUbodyHclassicalHtamiltonianHsystemHPmr[QVHJournale
ofePhysicseB:eAtomicreMoleculareandeOpticalePhysicsTH1991THZ]THx[aYUx[ac 1.3 53
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225 “ymmetrisationHschemesHforHglobalHoptimisationHofHatomicHclustersVHPhysicaleChemistryeChemicale
PhysicsTH2013THYaTH[ebaUcb 3.6 51

224 “urveyingHaHcomplexHpotentialHenergyHlandscapefH{vercomingHbrokenHergodicityHusingH
basinUsamplingVHChemicalePhysicseLettersTH2013THad]THYUe 2.5 51

223 ”heHstructureHofHPobXQzHclustersVHChemicalePhysicseLettersTH1996THZbZTHYbcUYc] 2.5 51

222 }redictionHofHearlyHunplannedHintensiveHcareHunitHreadmissionHinHaH–wHtertiaryHcareHhospitalfHaH
crossUsectionalHmachineHlearningHapproachVHBMJeOpenTH2017THcTHeXYcYee 3 50

221 qnergyHlandscapesHofHcolloidalHclustersfHthermodynamicsHandHrearrangementHmechanismsVH
NanoscaleTH2012TH]THYXdaUYXX 7.7 50

220 towHmanyHdimensionsHareHrequiredHtoHapproximateHtheHpotentialHenergyHlandscapeHofHaHmodelH
proteinkVHJournaleofeChemicalePhysicsTH2005THYZZTHd]cY] 3.9 49

219 qxploringHbiomolecularHenergyHlandscapesVHChemicaleCommunicationsTH2017THa[THbec]Ubedd 5.8 48

218 qmergentHcomplexityHfromHsimpleHanisotropicHbuildingHblocksfHshellsTHtubesTHandHspiralsVHACSeNanoTH
2010TH]THZYeUZd 16.7 48

217 “imulationsHofHrigidHbodiesHinHanHangleUaxisHframeworkVHPhysicaleChemistryeChemicalePhysicsTH2009TH
YYTHYecXUb 3.6 48

216 RelaxationHdynamicsHofHobXVHJournaleofeChemicalePhysicsTH1998THYXeTHbbeYUbcXX 3.9 48

215 ”urningHintractableHcountingHintoHsamplingfHoomputingHtheHconfigurationalHentropyHofH
threeUdimensionalHjammedHpackingsVHPhysicaleRevieweETH2016THe[THXYZeXb 2.4 45

214 {bservationHtimeHscaleTHfreeUenergyHlandscapesTHandHmolecularHsymmetryVHProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2014THYYYTHbYcUZZ 11.5 44

213 unvestigationHofHterahertzHvibrationUrotationHtunnelingHspectraHforHtheHwaterHoctamerVHJournaleofe
PhysicaleChemistryeATH2013THYYcTHbebXUb 2.8 44

212 oonnectivityHinHtheHpotentialHenergyHlandscapeHforHbinaryHxennardUvonesHsystemsVHJournaleofe
ChemicalePhysicsTH2009THY[XTHYe]aXd 3.9 44

211 sraphHtransformationHmethodHforHcalculatingHwaitingHtimesHinHyarkovHchainsVHJournaleofeChemicale
PhysicsTH2006THYZ]THZ[]YYX 3.9 44

210 mbHinitioHstudyHofHrearrangementsHbetweenHobXHfullerenesVHChemicalePhysicseLettersTH2003TH[c]THYZaUY[Y 2.5 44

209 pecoupledHmssociativeHandHpissociativeH}rocessesHinH“trongHyetHtighlyHpynamicHtostUsuestH
oomplexesVHJournaleofetheeAmericaneChemicaleSocietyTH2017THY[eTHYZedaUYZee[ 16.4 43

208 }athwaysHforHdissociativeHmethaneHchemisorptionHonH}t{YYX}â��PYˆ�ZQVHPhysicaleRevieweBTH2005THcYTH 3.3 42
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207 yappingH“urfaceHtydrophobicityHofH˛–U“ynucleinH{ligomersHatHtheHzanoscaleVHNanoeLettersTH2018TH
YdTHc]e]UcaXY 11.5 42

206 pynamicsHandHthermodynamicsHofHsupercooledHliquidsHandHglassesHfromHaHmodelHenergyHlandscapeVH
PhysicaleRevieweBTH2001THb[TH 3.3 41

205 slobalHminimaHofHtransitionHmetalHclustersHdescribedHbyHrinnisâ��“inclairHpotentialsfHmHcomparisonH
withHsemiUempiricalHmolecularHorbitalHtheoryVHPhilosophicaleMagazineTH2009THdeTH[[YYU[[[Z 1.6 39

204 ”heHdynamicsHofHstructuralHtransitionsHinHsodiumHchlorideHclustersVHJournaleofeChemicalePhysicsTH1999TH
YYYTHYYXcXUYYXce 3.9 39

203 nenchmarksHforHoharacterizationHofHyinimaTH”ransitionH“tatesTHandH}athwaysHinHmtomicTHyolecularTH
andHoondensedHyatterH“ystemsVHJournaleofeChemicaleTheoryeandeComputationTH2014THYXTHa]cbUdZ 6.4 38

202 oomparisonHofHdoubleUendedHtransitionHstateHsearchHmethodsVHJournaleofeChemicalePhysicsTH2007TH
YZcTHY[]YXZ 3.9 38

201 qnergyHlandscapesTHfoldingHmechanismsTHandHkineticsHofHRzmHtetraloopHhairpinsVHJournaleofethee
AmericaneChemicaleSocietyTH2014THY[bTHYdXaZUbY 16.4 37

200 ”heHenergyHlandscapeTHfoldingHpathwaysHandHtheHkineticsHofHaHknottedHproteinVHPLoSeComputationale
BiologyTH2010THbTHeYXXXd[a 5 37

199 }roteinHstructureHpredictionHusingHbasinUhoppingVHJournaleofeChemicalePhysicsTH2008THYZdTHZZaYXb 3.9 37

198 RationalHdesignHofHhelicalHarchitecturesVHProceedingseofetheeNationaleAcademyeofeScienceseofethee
UnitedeStateseofeAmericaTH2009THYXbTHZXYb]UZXYbc 11.5 36

197 RefinedHkineticHtransitionHnetworksHforHtheHsnYHhairpinHpeptideVHPhysicaleChemistryeChemicalePhysics
TH2009THYYTH[[]YUa] 3.6 36

196 qnergyHlandscapesHandHpropertiesHofHbiomoleculesVHPhysicaleBiologyTH2005THZTH“dbUe[ 3 36

195 olustersHofHobXHmoleculesVHJournaleofetheeChemicaleSocietyreFaradayeTransactionsTH1994THeXTHYXbY 36

194 qnergyHxandscapesHforH}roteinsfHrromH“ingleHrunnelsHtoHyultifunctionalH“ystemsVHAdvancedeTheorye
andeSimulationsTH2019THZTHYdXXYca 3.5 35

193
ooarseUsrainedH“imulationsHoomplementedHbyHmtomisticHyolecularHpynamicsH}rovideHzewHunsightsH
intoHroldingHandH–nfoldingHofHtumanH”elomericHsUQuadruplexesVHJournaleofeChemicaleTheoryeande
ComputationTH2016THYZTHbXccUbXec

6.4 35

192 pesigningHaHnernalHspiralHfromHpatchyHcolloidsVHACSeNanoTH2013THcTHYZ]bUab 16.7 35

191 qnergyHlandscapesHforHshellsHassembledHfromHpentagonalHandHhexagonalHpyramidsVHPhysicale
ChemistryeChemicalePhysicsTH2009THYYTHZXedUYX] 3.6 35

190 oomparisonHofHkineticHyonteHoarloHandHmolecularHdynamicsHsimulationsHofHdiffusionHinHaHmodelH
glassHformerVHJournaleofeChemicalePhysicsTH2004THYZXTHdY[]U][ 3.9 35
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189 °isualizingHbasinsHofHattractionHforHdifferentHminimizationHalgorithmsVHJournaleofePhysicaleChemistrye
BTH2013THYYcTHYZcYcUZ[ 3.4 34

188 wineticHanalysisHofHdiscreteHpathHsamplingHstationaryHpointHdatabasesVHMolecularePhysicsTH2006THYX]THY]ecUYaXc1.7 34

187 yodeU“pecificHohemisorptionHofHot]HonH}t{YYX}UPYHˆ�HZQHqxploredHbyHrirstU}rinciplesHyolecularH
pynamicsVHJournaleofePhysicaleChemistryeCTH2011THYYaTHZYd[ZUZYd]Z 3.8 33

186 WhatHcanHcalculationsHemployingHempiricalHpotentialsHteachHusHaboutHbareHtransitionUmetalH
clusterskVHJournaleofetheeChemicaleSocietyeDaltoneTransactionsTH1996THbYY 33

185 mHxocalHRigidHnodyHrrameworkHforHslobalH{ptimizationHofHniomoleculesVHJournaleofeChemicaleTheorye
andeComputationTH2012THdTHaYaeUba 6.4 32

184 nifurcationHtunnelingHdynamicsHinHtheHwaterHtrimerVHJournaleofeChemicalePhysicsTH2002THYYcTHddZ[Udd[a 3.9 32

183 “tructuralHpredictionsHforHPobXQzHclustersHwithHanHallUatomHpotentialVHChemicalePhysicseLettersTH1997TH
ZbeTH]XdU]YZ 2.5 31

182 }otentialHenergyHsurfacesHandHcoordinateHdependenceVHJournaleofeChemicalePhysicsTH2000THYY[TH[eZbU[eZc3.9 30

181 ”emperatureHoontrolsHsuestH–ptakeHandHReleaseHfromH√nxH”etrahedraVHJournaleofetheeAmericane
ChemicaleSocietyTH2019THY]YTHY]a[]UY]a[d 16.4 29

180 yodeUspecificityHandHtransitionHstateUspecificHenergyHredistributionHinHtheHchemisorptionHofHot]HonH
zi{YXX}VHPhysicaleChemistryeChemicalePhysicsTH2012THY]THYadceUdc 3.6 29

179 qvolutionHofHtheHpotentialHenergyHlandscapeHwithHstaticHpullingHforceHforHtwoHmodelHproteinsVH
JournaleofePhysicaleChemistryeBTH2012THYYbTHd[e]U]YY 3.4 29

178 qnergyHlandscapeHandHglobalHoptimizationHforHaHfrustratedHmodelHproteinVHJournaleofePhysicale
ChemistryeBTH2011THYYaTHYYaZaUe 3.4 29

177 qnergyHlandscapesTHstructuralHtopologiesHandHrearrangementHmechanismsHinHclustersHofHdipolarH
particlesVHSofteMatterTH2013THeTHa]Xc 3.6 28

176 oommunicationfHaHnewHparadigmHforHstructureHpredictionHinHmulticomponentHsystemsVHJournaleofe
ChemicalePhysicsTH2013THY[eTHZZYYXY 3.9 28

175 }athwaysHforHdissociativeHethaneHchemisorptionHonH}t{YYX}HPYˆ�ZQHusingHdensityHfunctionalHtheoryVH
ChemicalePhysicseLettersTH2005TH]Y[THZdeUZe[ 2.5 28

174 “tructuresHandHqnergyHxandscapesHofHtydratedH“ulfateHolustersVHJournaleofeChemicaleTheoryeande
ComputationTH2015THYYTHZ[ccUd] 6.4 27

173 qnergyHxandscapeHandH}athwaysHforH”ransitionsHbetweenHWatsonUorickHandHtoogsteenHnaseH}airingH
inHpzmVHJournaleofePhysicaleChemistryeLettersTH2018THeTHZZeUZ]Y 6.4 27

172 QuasiUoontinuousHunterpolationH“chemeHforH}athwaysHbetweenHpistantHoonfigurationsVHJournaleofe
ChemicaleTheoryeandeComputationTH2012THdTHaXZXU[] 6.4 27

(2012-2013)

9



171 zewHresultsHforHphaseHtransitionsHfromHcatastropheHtheoryVHJournaleofeChemicalePhysicsTH2004THYZXTHYYXeXUe3.9 27

170 “ymmetrizationHofHtheHmynqRHandHotmRyyHforceHfieldsVHJournaleofeComputationaleChemistryTH2010TH
[YTHY]XZUe 3.5 26

169 tydroxyprolineHRingH}uckerHoausesHrrustrationHofHtelixH}arametersHinHtheHoollagenH”ripleHtelixVH
ScientificeReportsTH2015THaTHYZaab 4.9 25

168 mnHabHinitioHstudyHofHtunnelingHsplittingsHinHtheHwaterHtrimerVHJournaleofeChemicalePhysicsTH2005THYZ[THX]][XZ3.9 25

167 olosedUshellHstructuresHandHtheHbuildingHgameVHChemicalePhysicseLettersTH1987THY]YTH]cdU]d] 2.5 25

166 “tructureTHthermodynamicsTHandHrearrangementHmechanismsHinHgoldHclustersUinsightsHfromHtheH
energyHlandscapesHframeworkVHNanoscaleTH2018THYXTHZXX]UZXYb 7.7 25

165 mnHabHinitioHstudyHofHtunnelingHsplittingsHinHtheHwaterHdimerVHJournaleofeChemicalePhysicsTH2004THYZXTHaee[Ue3.9 24

164 QuantumHtunnelingHsplittingsHfromHpathUintegralHmolecularHdynamicsVHJournaleofeChemicalePhysicsTH
2016THY]]THYY]YXd 3.9 24

163 }rolineHprovidesHsiteUspecificHflexibilityHforHinHvivoHcollagenVHScientificeReportsTH2018THdTHY[dXe 4.9 24

162 pesignHprinciplesHforHnernalHspiralsHandHhelicesHwithHtunableHpitchVHNanoscaleTH2014THbTHe]]dUab 7.7 23

161 pynamicsHofHaHmolecularHglassHformerfHqnergyHlandscapesHforHdiffusionHinHorthoUterphenylVHJournale
ofeChemicalePhysicsTH2016THY]aTHXZ]aXa 3.9 23

160 qnergyHxandscapesHforHtheHmggregationHofHm˛†VHJournaleofetheeAmericaneChemicaleSocietyTH2018THY]XTH]XYdU]XZc16.4 22

159 qnergeticallyHfavouredHdefectsHinHdenseHpackingsHofHparticlesHonHsphericalHsurfacesVHSofteMatterTH
2016THYZTHacXdUYc 3.6 22

158 yultifunctionalHenergyHlandscapeHforHaHpzmHsUquadruplexfHmnHevolvedHmolecularHswitchVHJournaleofe
ChemicalePhysicsTH2017THY]cTHYaZcYa 3.9 22

157 mrchetypalHenergyHlandscapesfHdynamicalHdiagnosisVHJournaleofeChemicalePhysicsTH2005THYZZTHXZ]YX[ 3.9 22

156 pecodingHheatHcapacityHfeaturesHfromHtheHenergyHlandscapeVHPhysicaleRevieweETH2017THeaTHX[XYXa 2.4 21

155 srandHandH“emigrandHoanonicalHnasinUtoppingVHJournaleofeChemicaleTheoryeandeComputationTH2016TH
YZTHeXZUe 6.4 21

154 “uperUmrrheniusHdiffusionHinHanHundercooledHbinaryHxennardUvonesHliquidHresultsHfromHaHquantifiableH
correlationHeffectVHPhysicaleRevieweLettersTH2006THebTHXacdXZ 7.4 21

DaviduJuWales
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153 QuasiUcombinatorialHenergyHlandscapesHforHnanoalloyHstructureHoptimisationVHPhysicaleChemistrye
ChemicalePhysicsTH2015THYcTHZd[[YUd 3.6 20

152 RovibrationalHtransitionsHofHtheHmethaneUwaterHdimerHfromHintermolecularHquantumHdynamicalH
computationsVHPhysicaleChemistryeChemicalePhysicsTH2016THYdTHZZdYbUZb 3.6 20

151 “tructureHpredictionHforHmulticomponentHmaterialsHusingHbiminimaVHPhysicaleRevieweLettersTH2014TH
YY[THYabYXZ 7.4 20

150 mnalysisHofHcooperativityHandHlocalizationHforHatomicHrearrangementsVHJournaleofeChemicalePhysicsTH
2004THYZYTHbbdeUec 3.9 20

149 qnergyHlandscapesHforHaHmachineHlearningHapplicationHtoHseriesHdataVHJournaleofeChemicalePhysicsTH
2016THY]]THYZ]YYe 3.9 19

148 mHstressHtensorHeigenvectorHprojectionHspaceHforHtheHPtZ{QaHpotentialHenergyHsurfaceVHChemicale
PhysicseLettersTH2017THbbcTHZaU[Y 2.5 19

147 oommunicationfHmnalysingHkineticHtransitionHnetworksHforHrareHeventsVHJournaleofeChemicalePhysicsTH
2014THY]YTHX]YYX] 3.9 19

146 qnergyHlandscapesHandHglobalHthermodynamicsHforHalanineHpeptidesVHJournaleofeChemicalePhysicsTH
2013THY[eTHYZYeXe 3.9 19

145 yechanismsHforHtZHReductionHonHtheH}d{{YXY}H“urfaceHandHtheH}d{YXX}UPâ��aHˆ�Hâ��aQRZc´°U{H“urfaceH
{xideVHJournaleofePhysicaleChemistryeCTH2009THYY[THYbcacUYbcba 3.8 19

144 oorrelationHeffectsHandHsuperUmrrheniusHdiffusionHinHbinaryHxennardUvonesHmixturesVHPhysicaleReviewe
BTH2006THc]TH 3.3 19

143 }robingHhelicalHtransitionsHinHaHpzmHduplexVHPhysicaleChemistryeChemicalePhysicsTH2016THYeTHdcdUdeZ 3.6 18

142 rreeHenergyHbasinUhoppingVHChemicalePhysicseLettersTH2015THbZaTHYU] 2.5 18

141 qnergyHlandscapesHofHplanarHcolloidalHclustersVHNanoscaleTH2014THbTHYXcYcUZb 7.7 18

140 “uperpositionHqnhancedHzestedH“amplingVHPhysicaleRevieweXTH2014TH]TH 9.1 18

139 nondUselectiveHenergyHredistributionHinHtheHchemisorptionHofHot[pHandHop[tHonH}t{YYX}UPYˆ�ZQfHmH
firstUprinciplesHmolecularHdynamicsHstudyVHComputationaleandeTheoreticaleChemistryTH2012THeeXTHY]]UYaY 2 18

138 ooarseUgrainingHtheHstructureHofHpolycyclicHaromaticHhydrocarbonsHclustersVHPhysicaleChemistrye
ChemicalePhysicsTH2016THYdTHY[c[bU]X 3.6 18

137 umprovingHoomputationalH}redictionsHofH“ingleU“trandedHRzmH”etramersHwithHRevisedH˛–W˛‡H”orsionalH
}arametersHforHtheHmmberHrorceHrieldVHJournaleofePhysicaleChemistryeBTH2017THYZYTHZedeUZeee 3.4 17

136 pefiningHandHquantifyingHfrustrationHinHtheHenergyHlandscapefHmpplicationsHtoHatomicHandHmolecularH
clustersTHbiomoleculesTHjammedHandHglassyHsystemsVHJournaleofeChemicalePhysicsTH2017THY]bTHYZ]YX[ 3.9 17

(2017-2015)

11



135 qxploringHqnergyHxandscapesfHyetricsTH}athwaysTHandHzormalUyodeHmnalysisHforHRigidUnodyH
yoleculesVHJournaleofeChemicaleTheoryeandeComputationTH2013THeTH]XZbU[] 6.4 17

134 oommentHonHâ��QuasisaddlesHasHrelevantHpointsHofHtheHpotentialHenergyHsurfaceHinHtheHdynamicsHofH
supercooledHliquidsâ��H≤vVHohemVH}hysVHYYbTHYXZecHPZXXZQβVHJournaleofeChemicalePhysicsTH2003THYYdTHaZb[UaZb]3.9 17

133 oomputationalHinvestigationHofHRzmHo–sHrepeatsHresponsibleHforHmyotonicHdystrophyHYVHJournaleofe
ChemicaleTheoryeandeComputationTH2015THYYTH]e][Uad 6.4 16

132 mHconformationalHfactorisationHapproachHforHestimatingHtheHbindingHfreeHenergiesHofH
macromoleculesVHPhysicaleChemistryeChemicalePhysicsTH2014THYbTHZd]ZUa[ 3.6 16

131 {ptimalHmlignmentHofH“tructuresHforHriniteHandH}eriodicH“ystemsVHJournaleofeChemicaleTheoryeande
ComputationTH2017THY[TH]eY]U]e[Y 6.4 16

130 oommunicationfHoertifyingHtheHpotentialHenergyHlandscapeVHJournaleofeChemicalePhysicsTH2013THY[dTHYcYYXY3.9 16

129 ooupledHlinearHandHrotaryHmotionHinHsupramolecularHhelixHhandednessHinversionVHSofteMatterTH2011TH
cTHZ[Za 3.6 16

128 ”unnelingHsplittingsHfromHpathUintegralHmolecularHdynamicsHusingHaHxangevinHthermostatVHJournaleofe
ChemicalePhysicsTH2018THY]dTHZ[]YXZ 3.9 16

127 wineticH”ransitionHzetworksHforHtheH”homsonH}roblemHandH“maleOsH“eventhH}roblemVHPhysicale
RevieweLettersTH2016THYYcTHXZd[XY 7.4 15

126 s}–UmcceleratedHqxplorationHofHniomolecularHqnergyHxandscapesVHJournaleofeChemicaleTheoryeande
ComputationTH2016THYZTHbYdZUbYeY 6.4 15

125 ”unnelingH“plittingsHinHWaterHolustersHfromH}athHuntegralHyolecularHpynamicsVHJournaleofePhysicale
ChemistryeLettersTH2019THYXTHc[XXUc[X] 6.4 15

124 qxploringHenergyHlandscapesfHfromHmolecularHtoHmesoscopicHsystemsVHPhysicaleChemistryeChemicale
PhysicsTH2014THYbTHaXY]UZa 3.6 15

123 RearrangementsHofHWaterHpimerHandHtexamerVHSpringereSerieseineClusterePhysicsTH1999THdbUYYX 15

122 pynamicsHandHthermodynamicsHofHtheHcoroneneHoctamerHdescribedHbyHcoarseUgrainedHpotentialsVH
PhysicaleChemistryeChemicalePhysicsTH2017THYeTHYdd]UYdea 3.6 14

121 qnergyHlandscapesHforHaHmachineUlearningHpredictionHofHpatientHdischargeVHPhysicaleRevieweETH2016TH
e[THXb[[YX 2.4 14

120 ”ransformingHtheHmccuracyHandHzumericalH“tabilityHofHReaxrrHReactiveHrorceHrieldsVHJournaleofe
PhysicaleChemistryeLettersTH2019THYXTHcZYaUcZZ[ 6.4 14

119 mHleftUhandedHbuildingHblockHselfUassemblesHintoHrightUHandHleftUhandedHhelicesVHRSCeAdvancesTH2013TH
[THYZeXa 3.7 14

118 “upercooledHxennardUvonesHliquidsHandHglassesfHaHkineticHyonteHoarloHapproachVHJournaleofe
NonsCrystallineeSolidsTH2004TH[[bTHZYdUZZZ 3.9 14

DaviduJuWales
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117 piagnosingHbrokenHergodicityHusingHanHenergyHfluctuationHmetricVHJournaleofeChemicalePhysicsTH2005TH
YZ[THY[]aX] 3.9 14

116 yagicHnumbersHandHgrowthHsequencesHofHsmallHfaceUcenteredUcubicHandHdecahedralHclustersVH
ChemicalePhysicseLettersTH1995THZ]cTH[[eU[]c 2.5 14

115 ReactionHpathHzeroUpointHenergyHfromHdiffusionHyonteHoarloHcalculationsVHJournaleofeChemicale
PhysicsTH1995THYXZTHYaeZUYaeb 3.9 14

114 WhenHdoHgradientHoptimisationsHconvergeHtoHsaddleHpointskVHChemicalePhysicseLettersTH1992THYeXTH]]cU]aZ2.5 14

113 }athwaysHforHdiffusionHinHtheHpotentialHenergyHlandscapeHofHtheHnetworkHglassHformerH“i{VHJournale
ofeChemicalePhysicsTH2017THY]cTHYaZcZb 3.9 13

112
yappingH“tructuralHohangesHinHqlectrodeHyaterialsfHmpplicationHofHtheHtybridH
qigenvectorUrollowingHpensityHrunctionalH”heoryHPpr”QHyethodHtoHxayeredHxiXVayn{ZVHChemistrye
ofeMaterialsTH2015THZcTHaaaXUaabY

9.6 13

111 pefiningTHoalculatingTHandHoonvergingH{bservablesHofHaHwineticH”ransitionHzetworkVHJournaleofe
ChemicaleTheoryeandeComputationTH2020THYbTHZbbYUZbce 6.4 13

110 rromHstickyUhardUsphereHtoHxennardUvonesUtypeHclustersVHPhysicaleRevieweETH2018THecTHX][[Xe 2.4 13

109 ohemistryTHgeometryTHandHdefectsHinHtwoHdimensionsVHACSeNanoTH2014THdTHYXdYUa 16.7 13

108 oommunicationfHzewtonHhomotopiesHforHsamplingHstationaryHpointsHofHpotentialHenergyH
landscapesVHJournaleofeChemicalePhysicsTH2014THY]YTHYZYYX] 3.9 13

107 unterpolationHschemesHforHpeptideHrearrangementsVHJournaleofeChemicalePhysicsTH2010THY[ZTHXa]YXY 3.9 13

106 “elfUassemblyHofHcolloidalHmagneticHparticlesfHenergyHlandscapesHandHstructuralHtransitionsVHPhysicale
ChemistryeChemicalePhysicsTH2016THYdTHZbaceUZbada 3.6 13

105 umpurityHeffectsHonHsolidUsolidHtransitionsHinHatomicHclustersVHNanoscaleTH2016THdTHYd[ZbUYd[]X 7.7 13

104 qvolvedHyinimalHrrustrationHinHyultifunctionalHniomoleculesVHJournaleofePhysicaleChemistryeBTH2018TH
YZZTHYXedeUYXeea 3.4 13

103 ”ransformingHtheHqnergyHxandscapeHofHaHooiledUooilH}eptideHviaH}ointHyutationsVHJournaleofe
ChemicaleTheoryeandeComputationTH2017THY[THY]bdUY]cc 6.4 12

102 WhatHyakesH”elomeresH–niquekVHJournaleofePhysicaleChemistryeBTH2017THYZYTHZZXcUZZYe 3.4 12

101 udentifyingHmechanisticallyHdistinctHpathwaysHinHkineticHtransitionHnetworksVHJournaleofeChemicale
PhysicsTH2019THYaYTHYZ]YXY 3.9 12

100 “tructuralHanalysisHofHhighUdimensionalHbasinsHofHattractionVHPhysicaleRevieweETH2016THe]THX[Y[XY 2.4 12

(2016-2005)

13



99 RateHconstantsTHtimescalesTHandHfreeHenergyHbarriersVHJournaleofeNonsEquilibriumeThermodynamicsTH
2016TH]YTH 3.8 11

98
“tructureHandHenergeticsHofHmodelHsymmetricHandHasymmetricHdecahedraVHTheePhilosophicale
Magazine:ePhysicseofeCondensedeMattereBreStatisticaleMechanicsreElectronicreOpticaleandeMagnetice
PropertiesTH1992THbaTHYXceUYXeb

11

97
}reventingH“tructuralHRearrangementsHonHnatteryHoyclingfHmHrirstU}rinciplesHunvestigationHofHtheH
qffectHofHpopantsHonHtheHyigrationHnarriersHinHxayeredHxiXVayn{ZVHJournaleofePhysicaleChemistryeCTH
2016THYZXTHYeaZYUYea[X

3.8 11

96 qxploitingHtheHpotentialHenergyHlandscapeHtoHsampleHfreeHenergyVHWileyeInterdisciplinaryeReviews:e
ComputationaleMoleculareScienceTH2015THaTHZc[UZde 7.9 10

95 }ropertiesHofHkineticHtransitionHnetworksHforHatomicHclustersHandHglassyHsolidsVHPhysicaleChemistrye
ChemicalePhysicsTH2017THYeTHZa]edUZaaXd 3.6 10

94 mHsurveyHofHtheHpotentialHenergyHsurfaceHforHtheHPbenzeneQY[HclusterVHPhysicaleChemistryeChemicale
PhysicsTH2011THY[THZY[bZUb 3.6 10

93 RearrangementsHandHtunnelingHinHwaterHclustersVHAdvanceseineMoleculareVibrationseandeCollisione
DynamicsTH1998TH[baU[eb 10

92 qnergyHxandscapesHforHqlectronicH“tructureVHJournaleofeChemicaleTheoryeandeComputationTH2021THYcTHYaYUYbe6.4 10

91 ”heHpotentialHenergyHlandscapeHforHcrystallisationHofHaHxennardUvonesHfluidVHJournaleofeStatisticale
Mechanics:eTheoryeandeExperimentTH2016THZXYbTHXc]XXY 1.9 10

90 xossHsurfaceHofH×{RHartificialHneuralHnetworksVHPhysicaleRevieweETH2018THecTHXaZ[Xc 2.4 10

89 qxploringHtheHpotentialHenergyHlandscapeHofHtheH”homsonHproblemHviaHzewtonHhomotopiesVHJournale
ofeChemicalePhysicsTH2015THY]ZTHYe]YY[ 3.9 9

88 RareHeventsHandHfirstHpassageHtimeHstatisticsHfromHtheHenergyHlandscapeVHJournaleofeChemicalePhysics
TH2020THYa[THY[]YYa 3.9 9

87 oonformationalHqnergyHxandscapeHofHtheHRitonavirHyoleculeVHJournaleofePhysicaleChemistryeBTH2016TH
YZXTH][[YU]X 3.4 9

86 qnergyHxandscapeHforHroldU“witchingHinHRegulatoryH}roteinHRfatVHJournaleofeChemicaleTheoryeande
ComputationTH2019THYaTHc[YUc]Z 6.4 9

85 }athHuntegralHqnergyHxandscapesHforHWaterHolustersVHJournaleofeChemicaleTheoryeandeComputationTH
2019THYaTH[[U]Z 6.4 9

84 qffectsHofHrandomHpinningHonHtheHpotentialHenergyHlandscapeHofHaHsupercooledHliquidVHJournaleofe
ChemicalePhysicsTH2018THY]eTHYY]aX[ 3.9 9

83 yutationalHnasinUtoppingfHoombinedH“tructureHandH“equenceH{ptimizationHforHniomoleculesVH
JournaleofePhysicaleChemistryeLettersTH2018THeTHbYbeUbYc[ 6.4 9

82 yarkovHstateHmodelingHandHdynamicalHcoarseUgrainingHviaHdiscreteHrelaxationHpathHsamplingVH
JournaleofeChemicalePhysicsTH2015THY][THX]]YYe 3.9 8

DaviduJuWales
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81 mffinityU“electedHnicyclicH}eptideHsUQuadruplexHxigandsHyimicHaH}roteinUlikeHnindingHyechanismVH
JournaleofetheeAmericaneChemicaleSocietyTH2020THY]ZTHd[bcUd[c[ 16.4 8

80 “uperpositionUqnhancedHqstimationHofH{ptimalH”emperatureH“pacingsHforH}arallelH”emperingH
“imulationsVHJournaleofeChemicaleTheoryeandeComputationTH2014THYXTHaaeeUabXa 6.4 8

79 “tructureHandHdynamicsHofHmodelHmgHandH}tHclustersVHZeitschrifteFˆ…rePhysikeDsAtomseMoleculeseande
ClustersTH1993THZbTHZadUZbX 8

78 qnergyHlandscapesHandHpersistentHminimaVHJournaleofeChemicalePhysicsTH2016THY]]THXa]YXe 3.9 8

77 Q”muyHandHstressHtensorHinterpretationHofHtheHPtH{QHpotentialHenergyHsurfaceVHJournaleofe
ComputationaleChemistryTH2016TH[cTHZcYZUZcZY 3.5 8

76 “tructuralHtransitionsHinHtheHRzmHc“wHaOHhairpinHandHtheirHeffectHonHtq×uyHbindingVHNucleiceAcidse
ResearchTH2020TH]dTH[c[U[de 20.1 8

75 mtomicHclustersHwithHaddressableHcomplexityVHJournaleofeChemicalePhysicsTH2017THY]bTHXa][Xb 3.9 7

74 “tructureHandH”hermodynamicsHofHyetalHolustersHonHmtomicallyH“moothH“ubstratesVHJournaleofe
PhysicaleChemistryeLettersTH2017THdTHa]XZUa]Xc 6.4 7

73 pynamicsHofHanHadenineUadenineHRzmHconformationalHswitchHfromHdiscreteHpathHsamplingVHJournale
ofeChemicalePhysicsTH2019THYaXTHYZaYXY 3.9 7

72 ”erahertzH°R”HspectroscopyHofHtheHwaterHhexamerUdYZHprismfHpramaticHenhancementHofH
bifurcationHtunnelingHuponHlibrationalHexcitationVHJournaleofeChemicalePhysicsTH2018THY]dTHXe][XY 3.9 7

71 qnergyHxandscapesHandHtybridizationH}athwaysHforHpzmHtexamerHpuplexesVHJournaleofePhysicale
ChemistryeLettersTH2019THYXTHbccYUbcce 6.4 7

70 mnHinversionUrelaxationHapproachHforHsamplingHstationaryHpointsHofHspinHmodelHtamiltoniansVH
JournaleofeChemicalePhysicsTH2014THY]XTHYe]YX] 3.9 7

69 ”tqHqzqRs−Hxmzp“om}qHm“HmHo{y}–”m”u{zmxH”{{xH2008TH[ZYU[[X 7

68 qfficientHandHexactHsamplingHofHtransitionHpathHensemblesHonHyarkovianHnetworksVHJournaleofe
ChemicalePhysicsTH2020THYa[THXZ]YZY 3.9 7

67 untrinsicallyHpisorderedHxandscapesHforHtumanHop]HReceptorH}eptideVHJournaleofePhysicaleChemistrye
BTH2018THYZZTHYYeXbUYYeZY 3.4 7

66 qnergyHxandscapeHofHtheHpesignedH}roteinH”opcVHJournaleofePhysicaleChemistryeBTH2018THYZZTHYZZdZUYZZeY3.4 7

65 yachineHlearningHpredictionHforHclassificationHofHoutcomesHinHlocalHminimisationVHChemicalePhysicse
LettersTH2017THbbcTHYadUYb] 2.5 6

64 zestedHnasinU“amplingVHJournaleofeChemicaleTheoryeandeComputationTH2019THYaTHbdbaUbddY 6.4 6

(2019-2020)
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63 soUwitfHmH”oolH”oHqnableHqnergyHxandscapeHqxplorationHofH}roteinsVHJournaleofeChemicaleInformatione
andeModelingTH2019THaeTHYcX[UYcXd 6.1 6

62 oommunicationfHoptimalHparametersHforHbasinUhoppingHglobalHoptimizationHbasedHonH”sallisH
statisticsVHJournaleofeChemicalePhysicsTH2014THY]YTHXcYYXY 3.9 6

61 seometryHoptimizationHforHpeptidesHandHproteinsfHcomparisonHofHoartesianHandHinternalH
coordinatesVHJournaleofeChemicalePhysicsTH2007THYZcTHZ[]YXa 3.9 6

60 mHwellUbehavedHtheoreticalHframeworkHforHReaxrrHreactiveHforceHfieldsVHJournaleofeChemicalePhysicsTH
2020THYa[THXZYYXZ 3.9 6

59 pesignHofHaHwagomeHlatticeHfromHsoftHanisotropicHparticlesVHSofteMatterTH2015THYYTHbbb[Ud 3.6 5

58 pesigningHhierarchicalHmolecularHcomplexityfHicosahedraHofHaddressableHicosahedraVHMoleculare
PhysicsTH2018THYYbTHZea]UZeb] 1.7 5

57 “tructureTH”hermodynamicsTHandHroldingH}athwaysHforHaH”ryptophanH√ipperHasHaHrunctionHofHxocalH
RigidificationVHJournaleofeChemicaleTheoryeandeComputationTH2016THYZTHbYXeUbYYc 6.4 5

56 }redictingH}athwaysHbetweenHpistantHoonfigurationsHforHniomoleculesVHJournaleofeChemicaleTheorye
andeComputationTH2018THY]TH]ZcYU]Zcd 6.4 5

55 ”heHoontributionHofHnackboneHqlectrostaticHRepulsionHtoHpzmHyechanicalH}ropertiesHisH
xengthU“caleUpependentVHJournaleofePhysicaleChemistryeLettersTH2019THYXTH]dZeU]d[a 6.4 5

54 }rotonHtransferHpathwaysTHenergyHlandscapeTHandHkineticsHinHcreatineUwaterHsystemsVHJournaleofe
PhysicaleChemistryeBTH2014THYYdTHYebeUca 3.4 5

53 oertificationHandHtheHpotentialHenergyHlandscapeVHJournaleofeChemicalePhysicsTH2014THY]XTHZZ]YY] 3.9 5

52 qnergyHxandscapesHandH“tructureH}redictionH–singHnasinUtoppingH2010THZeUa] 5

51 mnalysisHofHtheH–bHtoH–bUoRH”ransitionHinH–biquitinVHBiochemistryTH2018THacTHbYdXUbYdb 3.2 5

50 oounterionU”rappedUyoleculesfHrromHtighH}olarityHandHqnrichedHuRH“pectraHtoHunducedH
usomerizationVHChemPhysChemTH2020THZYTH[]dU[aa 3.2 4

49 wineticsHofHyolecularHpiffusionHandH“elfUmssemblyfHslycineHonHou{YYX}VHJournaleofePhysicaleChemistrye
CTH2018THYZZTHcdZUcec 3.8 4

48 ohaoticHdynamicsHnearHsteepHtransitionHstatesVHMolecularePhysicsTH2012THYYXTHYd[eUYd]d 1.7 4

47 zearlyHreducibleHfiniteHyarkovHchainsfH”heoryHandHalgorithmsVHJournaleofeChemicalePhysicsTH2021TH
YaaTHY]XeXY 3.9 4

46 mrchetypalHlandscapesHforHdeepHneuralHnetworksVHProceedingseofetheeNationaleAcademyeofeScienceseofe
theeUnitedeStateseofeAmericaTH2020THYYcTHZYdacUZYdb] 11.5 4

DaviduJuWales
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45 qnergyHxandscapesHofHyiniUpumbbellHpzmH{ctanucleotidesVHJournaleofeChemicaleTheoryeande
ComputationTH2018THY]TH[dcXU[dcb 6.4 4

44 mnalysisHofHtheHoontrastingH}athogenicitiesHunducedHbyHtheHpZZZsHyutationHinHYeYdHandHZXXeH
}andemicHunfluenzaHmH°irusesVHJournaleofeChemicaleTheoryeandeComputationTH2015THYYTHZ[XcUY] 6.4 3

43 qnergyHxandscapesHofHpeoxyxyloUHandH×yloUzucleicHmcidH{ctamersVHJournaleofePhysicaleChemistryeBTH
2020THYZ]TH]XbZU]Xbd 3.4 3

42 oomputationalH“tudiesHofHtheHyechanicalH“tabilityHforH“ingleU“trandHnreakHpzmVHJournaleofePhysicale
ChemistryeBTH2018THYZZTHdYbbUdYc[ 3.4 3

41 ”erahertzH°R”H“pectroscopyHofHtheHWaterHtexamerUhYZHoagefHpramaticHxibrationUunducedH
qnhancementHofHtydrogenHnondH”unnelingHpynamicsVHJournaleofePhysicaleChemistryeATH2018THYZZTHc]ZYUc]Zb2.8 3

40 yachineHlearningHlandscapesHandHpredictionsHforHpatientHoutcomesVHRoyaleSocietyeOpeneScienceTH
2017TH]THYcXYca 3.3 3

39 qnergyHlandscapesHofHaHhairpinHpeptideHincludingHzyRHchemicalHshiftHrestraintsVHPhysicaleChemistrye
ChemicalePhysicsTH2015THYcTHZXZaXUd 3.6 3

38 nerylliumHclusterHcagesHendohedrallyHdopedHbyHhydrogenfHtZlnenHPdHâ�⁄HnHâ�⁄HY]QVHInternationale
JournaleofeQuantumeChemistryTH2012THYYZTH[XbdU[Xca 2.1 3

37 {ptimalHdimensionalityHreductionHofHyarkovHchainsHusingHgraphHtransformationVHJournaleofeChemicale
PhysicsTH2020THYa[THZ]]YXd 3.9 3

36 mHmultifunnelHenergyHlandscapeHencodesHtheHcompetingH˛–UhelixHandH˛†UhairpinHconformationsHforHaH
designedHpeptideVHPhysicaleChemistryeChemicalePhysicsTH2020THZZTHY[aeUY[cX 3.6 3

35 rlipHrearrangementHinHtheHwaterHpentamerfHmnalysisHofHelectronicHstructureVHInternationaleJournaleofe
QuantumeChemistryTH2020THYZXTHeZbYZ] 2.1 3

34 yultifunnelHqnergyHxandscapesHforH}hosphorylatedH”ranslationHRepressorH]qUn}ZHandHutsHyutantsVH
JournaleofeChemicaleTheoryeandeComputationTH2020THYbTHdXXUdYX 6.4 3

33 qnergyHxandscapeHforHtheHyembraneHrusionH}athwayHinHunfluenzaHmHtemagglutininHrromHpiscreteH
}athH“amplingVHFrontierseineChemistryTH2020THdTHacaYea 5 3

32 }roteinHenergyHlandscapeHexplorationHwithHstructureUbasedHmodelsVHCurrenteOpinioneineStructurale
BiologyTH2020THb]THY]aUYaY 8.1 3

31 zumericalHanalysisHofHfirstUpassageHprocessesHinHfiniteHyarkovHchainsHexhibitingHmetastabilityVH
PhysicaleRevieweETH2021THYX]THXYa[XY 2.4 3

30 }otentialHenergyHlandscapesHofHtetragonalHpyramidHmoleculesVHChemicalePhysicseLettersTH2016THbb]THaUe 2.5 3

29 qxoticHbilayerHcrystalsHinHaHstrongHmagneticHfieldVHPhysicaleRevieweBTH2018THecTH 3.3 3

28 qxploitingHsparsityHinHfreeHenergyHbasinUhoppingVHChemicalePhysicseLettersTH2017THbdaTHZddUZe[ 2.5 2
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27 qxploringHqnergyHxandscapesHwithHyonteHoarloHyethodsVHAIPeConferenceeProceedingsTH2003TH 0 2

26 orystalH“tructureH}redictionHforHnenzeneH–singHnasinUtoppingHslobalH{ptimizationVHJournaleofe
PhysicaleChemistryeATH2021THYZaTH[ccbU[cd] 2.8 2

25 “urfaceHohiralityHunfluencesHyolecularHRotationHuponHpesorptionVHPhysicaleRevieweLettersTH2021TH
YZbTHYbbYXY 7.4 2

24 “ystematicHqvaluationHofHReaxrrHReactiveHrorceHrieldsHforHniochemicalHmpplicationsVHJournaleofe
ChemicaleTheoryeandeComputationTH2021THYcTH]ecUaY] 6.4 2

23 qnergyHlandscapesHandHdynamicsHofHglycineHonHouPYYXQVHPhysicaleChemistryeChemicalePhysicsTH2017TH
YeTHYbbXXUYbbXa 3.6 1

22 qquilibriumHmolecularHthermodynamicsHfromHwirkwoodHsamplingVHJournaleofePhysicaleChemistryeBTH
2015THYYeTHbYaaUbe 3.4 1

21 }erspectivefHnewHinsightsHfromHlossHfunctionHlandscapesHofHneuralHnetworksVHMachineeLearning:e
ScienceeandeTechnologyTH2020THYTHXZ[XXZ 5.1 1

20 pynamicalHpropertiesHofHtwoUHandHthreeUdimensionalHcolloidalHclustersHofHsixHparticlesVHPhysicale
ChemistryeChemicalePhysicsTH2016THYdTHYZcZaU[Z 3.6 1

19 qnergyHxandscapesTH“elfUmssemblyHandH°irusesVHJournaleofeTheoreticaleMedicineTH2005THbTHYXcUYYX 1

18 umprovingHdoubleUendedHtransitionHstateHsearchesHforHsoftUmatterHsystemsVHJournaleofeChemicale
PhysicsTH2020THYa[THX[]YX] 3.9 1

17 rragilityHandHcorrelatedHdynamicsHinHsupercooledHliquidsVHJournaleofeChemicalePhysicsTH2020THYa[THYZ]aXY 3.9 1

16 sraphHtransformationHandHshortestHpathsHalgorithmsHforHfiniteHyarkovHchainsVHPhysicaleRevieweETH
2021THYX[THXb[[Xb 2.4 1

15 yorphologicalHanalysisHofHchiralHrodHclustersHfromHaHcoarseUgrainedHsingleUsiteHchiralHpotentialVHSofte
MatterTH2019THYaTHdY]cUdYaa 3.6 1

14 oomputationalHunvestigationHofHRzmHmUnulgesHRelatedHtoHtheHyicrotubuleUmssociatedH}roteinH”auH
oausingHrrontotemporalHpementiaHandH}arkinsonismVHJournaleofePhysicaleChemistryeBTH2019THYZ[THacUba 3.4 1

13 ”heHenergyHlandscapesHofHbidisperseHparticleHassembliesHonHaHsphereVHSofteMatterTH2021THYcTHeXYeUeXZc 3.6 1

12 pevelopmentHofHReaxrrHReactiveHrorceHrieldHforHmqueousHuronU“ulfurHolustersHwithHmpplicationsHtoH
“tabilityHandHReactivityHinHWaterVHJournaleofeChemicaleInformationeandeModelingTH2021THbYTHYZX]UYZY] 6.1 1

11 RotationalHpynamicsHofHpesorptionfHyethaneHandHqthaneHatH“teppedHandHwinkedH}latinumH“urfacesVH
JournaleofePhysicaleChemistryeCTH2021THYZaTHZce[dUZce]d 3.8 1

10 ”heHqnergyHxandscapeH}erspectivefHqncodingH“tructureHandHrunctionHforHniomoleculesVVHFrontierseine
MoleculareBiosciencesTH2022THeTHdZXceZ 5.6 0
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9 ”rappingHofHhydrogenHatomsHinsideHsmallHberylliumHclustersHandHtheirHionsVHChemicalePhysicseLettersTH
2016THbaeTHZdZUZdd 2.5 0

8 yinimalHpesignH}rinciplesHforHucosahedralH°irusHoapsidsVHACSeNanoTH2021THYaTHY]dc[UY]dd] 16.7 0

7 {nHtheHcapacityHandHsuperpositionHofHminimaHinHneuralHnetworkHlossHfunctionHlandscapesVHMachinee
Learning:eScienceeandeTechnologyTH2022TH[THXZaXX] 5.1 0

6 towHtoHmakeHaHporphyrinHflipfHdynamicsHofHasymmetricHporphyrinHoligomersVHPhysicaleChemistrye
ChemicalePhysicsTH2015THYcTHZcXe]UYXZ 3.6

5 ResponseHtoHJoommentHonHOqxploringHtheHpotentialHenergyHlandscapeHofHtheH”homsonHproblemHviaH
zewtonHhomotopiesJOH≤vVHohemVH}hysVHY][THZ]cYXYHPZXYaQβVHJournaleofeChemicalePhysicsTH2015THY][THZ]cYXZ3.9

4 oharacterisingHtheHareaHunderHtheHcurveHlossHfunctionHlandscapeVHMachineeLearning:eScienceeande
TechnologyTH2022TH[THXYaXYe 5.1

3 qlucidatingHtheHsolutionHstructureHofHtheHwUmeansHcostHfunctionHusingHenergyHlandscapeHtheoryVVH
JournaleofeChemicalePhysicsTH2022THYabTHXa]YXe 3.9

2 “ideUohainH}olarityHyodulatesHtheHuntrinsicHoonformationalHxandscapeHofHyodelHpipeptidesVHJournale
ofePhysicaleChemistryeBTH2021THYZaTHadXeUadZZ 3.4

1 ”heHenergyHlandscapeHperspectivefHcuttingHaHsordianHknotVHFrontierseofeNanoscienceTH2022THYUYd 0.7
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