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321 •pecificHionHeffectsHatHtheHairWwaterHinterfaceVHChemicaleReviewsTH2006THYXaTHYZ`dUcY 68.1 1093

320 tonsHatHtheHlirWWaterHtnterfaceVHJournaleofePhysicaleChemistryeBTH2002THYXaTHa[aYUa[b[ 3.4 663

319 xolecularH•tructureHofH•altH•olutionseHHlHyewH iewHofHtheHtnterfaceHwithHtmplicationsHforH
seterogeneousHltmosphericHnhemistryVHJournaleofePhysicaleChemistryeBTH2001THYX`THYX]acUYX]bZ 3.4 586

318 pxperimentsHandHsimulationsHofHionUenhancedHinterfacialHchemistryHonHaqueousHyanlHaerosolsVH
ScienceTH2000THZccTH[XYUa 33.3 566

317 —nifiedHmolecularHpictureHofHtheHsurfacesHofHaqueousHacidTHbaseTHandHsaltHsolutionsVHJournaleofe
PhysicaleChemistryeBTH2005THYXdTHbaYbUZ[ 3.4 374

316 sofmeisterHseriesHandHspecificHinteractionsHofHchargedHheadgroupsHwithHaqueousHionsVHAdvanceseine
ColloideandeInterfaceeScienceTH2009THY]aTH]ZUb 14.3 332

315 meyondHtheHsofmeisterH•erieseHtonU•pecificHpffectsHonH†roteinsHandH–heirHmiologicalHqunctionsVH
JournaleofePhysicaleChemistryeBTH2017THYZYTHYddbUZXY] 3.4 318

314 meyondHsofmeisterVHNatureeChemistryTH2014THaTHZaYU[ 17.6 301

313 WaterHsurfaceHisHacidicVHProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofe
AmericaTH2007THYX]THb[]ZUb 11.5 296

312 tonsHatHaqueousHinterfaceseHfromHwaterHsurfaceHtoHhydratedHproteinsVHAnnualeRevieweofePhysicale
ChemistryTH2008TH`dTH[][Uaa 15.7 229

311 miomolecularHsimulationsHofHmembraneseHphysicalHpropertiesHfromHdifferentHforceHfieldsVHJournaleofe
ChemicalePhysicsTH2008THYZcTHYZ`YX[ 3.9 227

310 xolecularHmechanismsHofHionUspecificHeffectsHonHproteinsVHJournaleofetheeAmericaneChemicaleSocietyTH
2012THY[]THYXX[dU]a 16.4 217

309 ‘uantificationHandHrationalizationHofHtheHhigherHaffinityHofHsodiumHoverHpotassiumHtoHproteinH
surfacesVHProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2006THYX[THY`]]XU]11.5 197

308 †ropensityHofHsoftHionsHforHtheHairWwaterHinterfaceVHCurrenteOpinioneineColloideandeInterfaceeScienceTH
2004THdTHabUb[ 7.6 188

307 –heHorientationHandHchargeHofHwaterHatHtheHhydrophobicHoilHdropletUwaterHinterfaceVHJournaleofethee
AmericaneChemicaleSocietyTH2011THY[[THYXZX]UYX 16.4 175

306 lirUliquidHinterfacesHofHaqueousHsolutionsHcontainingHammoniumHandHsulfateeHspectroscopicHandH
molecularHdynamicsHstudiesVHJournaleofePhysicaleChemistryeBTH2005THYXdTHccaYUbZ 3.4 175

305 xechanismsHofHaccelerationHandHretardationHofHwaterHdynamicsHbyHionsVHJournaleofetheeAmericane
ChemicaleSocietyTH2013THY[`THYYcZ]U[Y 16.4 166
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304
ldsorptionHofHltmosphericallyH’elevantHrasesHatHtheHlirWWaterHtnterfaceeHHqreeHpnergyH†rofilesHofH
lqueousH•olvationHofHyZTHzZTHz[THzsTHsZzTHszZTHandHsZzZVHJournaleofePhysicaleChemistryeATH2004TH
YXcTHYY`b[UYY`bd

2.8 162

303 pnhancedHconcentrationHofHpolarizableHanionsHatHtheHliquidHwaterHsurfaceeH•srHspectroscopyHandH
xoHsimulationsHofHsodiumHthiocyanateHčcorrected−VHJournaleofePhysicaleChemistryeBTH2005THYXdTHYXdY`UZY 3.4 160

302
†hotoelectronHspectroscopyHofHliquidHwaterHandHaqueousHsolutioneHplectronHeffectiveHattenuationH
lengthsHandHemissionUangleHanisotropyVHJournaleofeElectroneSpectroscopyeandeRelatedePhenomenaTH
2010THYbbTHaXUbX

1.7 149

301 –heHcomplexHnatureHofHcalciumHcationHinteractionsHwithHphospholipidHbilayersVHScientificeReportsTH
2016THaTH[cX[` 4.9 141

300 lutoionizationHatHtheHsurfaceHofHneatHwatereHisHtheHtopHlayerHpsHneutralTHbasicTHorHacidicjVHPhysicale
ChemistryeChemicalePhysicsTH2007THdTH]b[aU]b 3.6 140

299 ’eversalHofHtheHhofmeisterHserieseHspecificHionHeffectsHonHpeptidesVHJournaleofePhysicaleChemistryeBTH
2013THYYbTHcY`XUc 3.4 137

298 nationUspecificHinteractionsHwithHcarboxylateHinHaminoHacidHandHacetateHaqueousHsolutionseH·UrayH
absorptionHandHabHinitioHcalculationsVHJournaleofePhysicaleChemistryeBTH2008THYYZTHYZ`abUbX 3.4 136

297 •urfaceHsolvationHofHhalogenHanionsHinHwaterHclusterseHlnHabHinitioHmolecularHdynamicsHstudyHofHtheH
nlâ��PsZzQaHcomplexVHJournaleofeChemicalePhysicsTH2001THYY]THbX[aUbX]] 3.9 136

296 pffectsHofHalkaliHcationsHandHhalideHanionsHonHtheHoz†nHlipidHmembraneVHJournaleofePhysicale
ChemistryeATH2009THYY[THbZ[`U][ 2.8 133

295 nhlorideHlnionHonHlqueousHnlustersTHatHtheHlirâ��WaterHtnterfaceTHandHinHwiquidHWatere´ H•olventH
pffectsHonHnlU†olarizabilityVHJournaleofePhysicaleChemistryeATH2002THYXaTH[bdU[c[ 2.8 131

294 –heHmolecularHoriginHofHlikeUchargeHarginineUarginineHpairingHinHwaterVHJournaleofePhysicaleChemistrye
BTH2009THYY[THdX]YU` 3.4 123

293
•pecificHionHeffectsHatHproteinHsurfaceseHaHmolecularHdynamicsHstudyHofHbovineHpancreaticHtrypsinH
inhibitorHandHhorseradishHperoxidaseHinHselectedHsaltHsolutionsVHJournaleofePhysicaleChemistryeBTH2006
THYYXTHbX[aU][

3.4 119

292 †olarizabilityHofHtheHnitrateHanionHandHitsHsolvationHatHtheHairWwaterHinterfaceVHPhysicaleChemistrye
ChemicalePhysicsTH2003TH`TH[b`Z 3.6 119

291 •pecificHionHbindingHtoHnonpolarHsurfaceHpatchesHofHproteinsVHJournaleofetheeAmericaneChemicale
SocietyTH2008THY[XTHYY`cZU[ 16.4 114

290 mrineHrejectionHfromHfreezingHsaltHsolutionseHaHmolecularHdynamicsHstudyVHPhysicaleRevieweLettersTH
2005THd`THY]c`XY 7.4 114

289 tonizationHenergiesHofHaqueousHnucleicHacidseHphotoelectronHspectroscopyHofHpyrimidineHnucleosidesH
andHabHinitioHcalculationsVHJournaleofetheeAmericaneChemicaleSocietyTH2009THY[YTHa]aXUb 16.4 113

288 pxcitedH•tatesHofHtodideHlnionsHinHWatereHHlHnomparisonHofHtheHplectronicH•tructureHinHnlustersHandH
inHmulkH•olutionVHJournaleofePhysicaleChemistryeATH2002THYXaTHYZcaUYZdc 2.8 112

287 •urfaceHpffectsHonHlqueousHtonicH•olvationeHHlHxolecularHoynamicsH•imulationH•tudyHofHyanlHatHtheH
lirWWaterHtnterfaceHfromHtnfiniteHoilutionHtoH•aturationVHJournaleofePhysicaleChemistryeBTH2000THYX]THbbXZUbbXa3.4 109
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286 lccurateHdescriptionHofHcalciumHsolvationHinHconcentratedHaqueousHsolutionsVHJournaleofePhysicale
ChemistryeBTH2014THYYcTHbdXZUd 3.4 104

285 mehaviorHofHhydroxideHatHtheHwaterWvaporHinterfaceVHChemicalePhysicseLettersTH2009TH]b]THZ]YUZ]b 2.5 101

284 —racilHoimereHH†otentialHpnergyHandHqreeHpnergyH•urfacesVHlbHtnitioHbeyondHsartreeâ��qockHandH
pmpiricalH†otentialH•tudiesVHJournaleofePhysicaleChemistryeATH1998THYXZTHadZYUadZa 2.8 100

283 —nravelingHtheHnomplexHyatureHofHtheHsydratedHplectronVHJournaleofePhysicaleChemistryeLettersTH
2012TH[TH[XbYU` 6.4 99

282 •pecificHionHbindingHtoHmacromoleculeseHeffectsHofHhydrophobicityHandHionHpairingVHLangmuirTH2008TH
Z]TH[[cbUdY 4 99

281 somogeneousHfreezingHofHwaterHstartsHinHtheHsubsurfaceVHJournaleofePhysicaleChemistryeBTH2006THYYXTHYcYZaUd3.4 99

280
plectronHbindingHenergiesHofHaqueousHalkaliHandHhalideHionseHp— HphotoelectronHspectroscopyHofH
liquidHsolutionsHandHcombinedHabHinitioHandHmolecularHdynamicsHcalculationsVHJournaleofethee
AmericaneChemicaleSocietyTH2005THYZbTHbZX[UY]

16.4 98

279 •tructureHandHvibrationalHspectroscopyHofHsaltHwaterWairHinterfaceseHpredictionsHfromHclassicalH
molecularHdynamicsHsimulationsVHJournaleofePhysicaleChemistryeBTH2005THYXdTHbd[]U]X 3.4 96

278 tonHpairingHinHaqueousHlithiumHsaltHsolutionsHwithHmonovalentHandHdivalentHcounterUanionsVHJournale
ofePhysicaleChemistryeATH2013THYYbTHYYbaaUb[ 2.8 95

277 tonHspecificityHatHtheHpeptideHbondeHmolecularHdynamicsHsimulationsHofHyUmethylacetamideHinH
aqueousHsaltHsolutionsVHJournaleofePhysicaleChemistryeBTH2010THYY]THYZY[UZX 3.4 95

276 zxidationHchangesHphysicalHpropertiesHofHphospholipidHbilayerseHfluorescenceHspectroscopyHandH
molecularHsimulationsVHLangmuirTH2010THZaTHaY]XU] 4 95

275
miophysicsHofHlipidHbilayersHcontainingHoxidativelyHmodifiedHphospholipidseHinsightsHfromH
fluorescenceHandHp†’HexperimentsHandHfromHxoHsimulationsVHBiochimicaeEteBiophysicaeActaese
BiomembranesTH2012THYcYcTHZ[ccU]XZ

3.8 92

274 xonitoringHtceHyucleationHinH†ureHandH•altyHWaterHviaHsighU•peedHtmagingHandHnomputerH
•imulationsVHJournaleofePhysicaleChemistryeCTH2008THYYZTHba[YUba[a 3.8 90

273 †olarizabilityHandHaqueousHsolvationHofHtheHsulfateHdianionVHChemicalePhysicseLettersTH2003TH[abTHbX]UbYX 2.5 90

272 sowHxanyHWatersHlreHyecessaryH–oHoissolveHaH’ockH•altHxoleculejVHJournaleofePhysicaleChemistryeATH
2000THYX]THY]`UY]c 2.8 90

271
lrginineUrichHcellUpenetratingHpeptidesHinduceHmembraneHmultilamellarityHandHsubsequentlyHenterH
viaHformationHofHaHfusionHporeVHProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStatese
ofeAmericaTH2018THYY`THYYdZ[UYYdZc

11.5 90

270 •tructureTHdynamicsTHandHhydrationHofH†z†nW†z†•HbilayersHsuspendedHinHyanlTHvnlTHandHnsnlH
solutionsVHBiochimicaeEteBiophysicaeActaeseBiomembranesTH2012THYcYcTHaXdUYa 3.8 86

269 nhargeH–ransferHbetweenHWaterHxoleculesHlsHtheH†ossibleHzriginHofHtheHzbservedHnhargingHatHtheH
•urfaceHofH†ureHWaterVHJournaleofePhysicaleChemistryeLettersTH2012TH[THYXbUYYY 6.4 86
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268
plectronHbindingHenergiesHofHhydratedHs[zSHandHzsUeHphotoelectronHspectroscopyHofHaqueousHacidH
andHbaseHsolutionsHcombinedHwithHelectronicHstructureHcalculationsVHJournaleofetheeAmericane
ChemicaleSocietyTH2006THYZcTH[ca]U`

16.4 84

267 tmpactTH–rappingTHandHlccommodationHofHsydroxylH’adicalHandHzzoneHatHlqueousH•altHlerosolH
•urfacesVHlHxolecularHoynamicsH•tudyVHJournaleofePhysicaleChemistryeBTH2003THYXbTHYZadXUYZadd 3.4 84

266 xechanismHofHinteractionHofHmonovalentHionsHwithHphosphatidylcholineHlipidHmembranesVHJournaleofe
PhysicaleChemistryeBTH2010THYY]THd`X]Ud 3.4 81

265 zxidizedHphosphatidylcholinesHfacilitateHphospholipidHflipUflopHinHliposomesVHBiophysicaleJournalTH
2011THYXYTHY[baUc] 2.9 80

264 lrginineHJxagicJeHruanidiniumHwikeUnhargeHtonH†airingHfromHlqueousH•altsHtoHnellH†enetratingH
†eptidesVHAccountseofeChemicaleResearchTH2018TH`YTHY]``UY]a] 24.3 80

263 lccountingHforHplectronicH†olarizationHpffectsHinHlqueousH•odiumHnhlorideHviaHxolecularHoynamicsH
lidedHbyHyeutronH•catteringVHJournaleofePhysicaleChemistryeBTH2016THYZXTHY]`]UaX 3.4 79

262 xassiveHoxidationHofHphospholipidHmembranesHleadsHtoHporeHcreationHandHbilayerHdisintegrationVH
ChemicalePhysicseLettersTH2010TH]caTHddUYX[ 2.5 78

261 •tructureTHdynamicsTHandHreactivityHofHhydratedHelectronsHbyHabHinitioHmolecularHdynamicsVHAccountse
ofeChemicaleResearchTH2012TH]`THZ[U[Z 24.3 77

260 plectronicHstructureHofHtheHwaterHdimerHcationVHJournaleofePhysicaleChemistryeATH2008THYYZTHaY`dUbX 2.8 77

259 tonizationHofHimidazoleHinHtheHgasHphaseTHmicrohydratedHenvironmentsTHandHinHaqueousHsolutionVH
JournaleofePhysicaleChemistryeATH2008THYYZTH[]ddU`X` 2.8 77

258 tonsHatHsydrophobicHlqueousHtnterfaceseHxolecularHoynamicsHwithHpffectiveH†olarizationVHJournaleofe
PhysicaleChemistryeLettersTH2012TH[THZXcbUZXdY 6.4 76

257 tonHpartitioningHatHtheHliquidWvaporHinterfaceHofHaHmulticomponentHalkaliHhalideHsolutioneHaHmodelH
forHaqueousHseaHsaltHaerosolsVHJournaleofePhysicaleChemistryeATH2008THYYZTHYZ[bcUc] 2.8 76

256
†ropensityHforHtheHairWwaterHinterfaceHandHionHpairingHinHmagnesiumHacetateHvsHmagnesiumHnitrateH
solutionseHmolecularHdynamicsHsimulationsHandHsurfaceHtensionHmeasurementsVHJournaleofePhysicale
ChemistryeBTH2006THYYXTHY`d[dU]]

3.4 75

255 tonHspecificHproteinHassemblyHandHhydrophobicHsurfaceHforcesVHPhysicaleRevieweLettersTH2008THYXXTHZ`cYX 7̀.4 73

254 •piersHxemorialHwectureVHtonsHatHaqueousHinterfacesVHFaradayeDiscussionsTH2009THY]YTHdU[XfH
discussionHcYUdc 3.6 72

253 lbHinitioHmolecularHdynamicsHsimulationHofHaHmediumUsizedHwaterHclusterHanioneHfromHanHinteriorHtoH
aHsurfaceUlocatedHexcessHelectronHviaHaHdelocalizedHstateVHJournaleofePhysicaleChemistryeATH2008THYYZTHaYZ`U[[2.8 72

252 tonHpairingHasHaHpossibleHclueHforHdiscriminatingHbetweenHsodiumHandHpotassiumHinHbiologicalHandH
otherHcomplexHenvironmentsVHJournaleofePhysicaleChemistryeBTH2007THYYYTHY]XbbUd 3.4 72

251
xolecularH•tructureHofH•urfaceUlctiveH•altH•olutionseHH†hotoelectronH•pectroscopyHandHxolecularH
oynamicsH•imulationsHofHlqueousH–etrabutylammoniumHtodideâ� VHJournaleofePhysicaleChemistryeBTH
2004THYXcTHY]``cUY]`a]

3.4 72
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250 –heHeffectHofHlipidHoxidationHonHtheHwaterHpermeabilityHofHphospholipidsHbilayersVHPhysicaleChemistrye
ChemicalePhysicsTH2011THY[THYb```Ua[ 3.6 71

249 nhasingHchargeHlocalizationHandHchemicalHreactivityHfollowingHphotoionizationHinHliquidHwaterVH
JournaleofeChemicalePhysicsTH2011THY[`THZZ]`YX 3.9 70

248
pffectHofHWaterH†olarizabilityHonHtheH†ropertiesHofH•olutionsHofH†olyvalentHtonseH•imulationsHofH
lqueousH•odiumH•ulfateHwithHoifferentHqorceHqieldsVHJournaleofeChemicaleTheoryeandeComputationTH
2010THaTH[Z[[U]X

6.4 69

247 xicroUhydrationHofHtheHxgyz[SHcationHinHtheHgasHphaseVHChemPhysChemTH2007THcTHYaZdU[d 3.2 69

246 noulombHexplosionHduringHtheHearlyHstagesHofHtheHreactionHofHalkaliHmetalsHwithHwaterVHNaturee
ChemistryTH2015THbTHZ`XU] 17.6 67

245 sydroniumHandHhydroxideHatHtheHinterfaceHbetweenHwaterHandHhydrophobicHmediaVHPhysicale
ChemistryeChemicalePhysicsTH2008THYXTH]db`UcX 3.6 65

244 znHtheHnonvergenceHofHtheH†hysicochemicalH†ropertiesHofHčn−selicenesVHJournaleofePhysicale
ChemistryeCTH2007THYYYTHY]d]cUY]d`` 3.8 65

243 xolecularHmodelHofHaHcellHplasmaHmembraneHwithHanHasymmetricHmulticomponentHcompositioneH
waterHpermeationHandHionHeffectsVHBiophysicaleJournalTH2009THdaTH]]d[U`XY 2.9 63

242 •olvationHandHionUpairingHpropertiesHofHtheHaqueousHsulfateHanioneHexplicitHversusHeffectiveH
electronicHpolarizationVHPhysicaleChemistryeChemicalePhysicsTH2012THY]THYXZ]cU`b 3.6 62

241
ldsorptionHofHpolycyclicHaromaticHhydrocarbonsHatHtheHairUwaterHinterfaceeHmolecularHdynamicsH
simulationsHandHexperimentalHatmosphericHobservationsVHPhysicaleChemistryeChemicalePhysicsTH2006TH
cTH]]aYUb

3.6 62

240 ‘uantumHxolecularHoynamicsHofH—ltrafastH†rocessesHinHwargeH†olyatomicH•ystemsVHChemicale
ReviewsTH1999THddTHY`c[UYaXa 68.1 62

239 tonizationHofHpurineHtautomersHinHnucleobasesTHnucleosidesTHandHnucleotideseHfromHtheHgasHphaseHtoH
theHaqueousHenvironmentVHJournaleofePhysicaleChemistryeBTH2011THYY`THYZd]U[X` 3.4 61

238 oynamicsHofHelectronHlocalizationHinHwarmHversusHcoldHwaterHclustersVHPhysicaleRevieweLettersTH2010TH
YX`THX][XXZ 7.4 61

237 wipidHhydrationHandHmobilityeHanHinterplayHbetweenHfluorescenceHsolventHrelaxationHexperimentsH
andHmolecularHdynamicsHsimulationsVHBiochimieTH2012THd]THZaU[Z 4.6 60

236
•pecificityHofHionUproteinHinteractionseHcomplementaryHandHcompetitiveHeffectsHofH
tetrapropylammoniumTHguanidiniumTHsulfateTHandHchlorideHionsVHJournaleofePhysicaleChemistryeBTH
2009THYY[TH[ZZbU[]

3.4 60

235 •altHnrystallizationHfromHanHpvaporatingHlqueousH•olutionHbyHxolecularHoynamicsH•imulationsVH
JournaleofePhysicaleChemistryeBTH2003THYXbTHcZbYUcZb] 3.4 60

234 nalciumHoirectlyH’egulatesH†hosphatidylinositolH]T`UmisphosphateHseadgroupHnonformationHandH
’ecognitionVHJournaleofetheeAmericaneChemicaleSocietyTH2017THY[dTH]XYdU]XZ] 16.4 59

233 lttractiveHinteractionsHbetweenHsideHchainsHofHhistidineUhistidineHandHhistidineUarginineUbasedH
cationicHdipeptidesHinHwaterVHJournaleofePhysicaleChemistryeBTH2010THYY]THcb]]Ud 3.4 59
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232 miologicalHWaterHorH’atherHWaterHinHmiologyjVHJournaleofePhysicaleChemistryeLettersTH2015THaTHZ]]dU`Y 6.4 57

231 zxidationHhalfUreactionHofHaqueousHnucleosidesHandHnucleotidesHviaHphotoelectronHspectroscopyH
augmentedHbyHabHinitioHcalculationsVHJournaleofetheeAmericaneChemicaleSocietyTH2015THY[bTHZXYUd 16.4 57

230 †olyarginineHtnteractsHxoreH•tronglyHandHnooperativelyHthanH†olylysineHwithH†hospholipidHmilayersVH
JournaleofePhysicaleChemistryeBTH2016THYZXTHdZcbUda 3.4 57

229 ’eversalHofHsofmeisterHorderingHforHpairingHofHys]PSQHvsHalkylatedHammoniumHcationsHwithHhalideH
anionsHinHwaterVHJournaleofePhysicaleChemistryeBTH2010THYY]THYXc][U`Z 3.4 57

228 ruanidiniumHcanHbothHnauseHandH†reventHtheHsydrophobicHnollapseHofHmiomacromoleculesVHJournale
ofetheeAmericaneChemicaleSocietyTH2017THY[dTHca[UcbX 16.4 56

227 lccurateHmindingHofH•odiumHandHnalciumHtoHaH†z†nHmilayerHbyHpffectiveHtnclusionHofHplectronicH
†olarizationVHJournaleofePhysicaleChemistryeBTH2018THYZZTH]`]aU]``b 3.4 56

226
—ltrasonicHvelocitiesTHdensitiesTHviscositiesTHelectricalHconductivitiesTH’amanHspectraTHandHmolecularH
dynamicsHsimulationsHofHaqueousHsolutionsHofHxgPzlcQZHandHxgPyz[QZeHsofmeisterHeffectsHandHionH
pairHformationVHJournaleofePhysicaleChemistryeBTH2005THYXdTHZ]YXcUZX

3.4 56

225 lqueousHsolutionsHofHionicHliquidseHstudyHofHtheHsolutionWvaporHinterfaceHusingHmolecularHdynamicsH
simulationsVHPhysicaleChemistryeChemicalePhysicsTH2008THYXTH`ba`Ub` 3.6 55

224 —reaHandHguanidiniumHinducedHdenaturationHofHaH–rpUcageHminiproteinVHJournaleofePhysicaleChemistrye
BTH2011THYY`THcdYXUZ] 3.4 54

223 ‘uantumHdynamicsHofHlargeHpolyatomicHsystemsHusingHaHclassicallyHbasedHseparableHpotentialH
methodVHJournaleofeChemicalePhysicsTH1995THYXZTHaX]aUaX`a 3.9 54

222
sydrationHandHtonH†airingHinHlqueousHxgHandHünH•olutionseHqorceUqieldHoescriptionHlidedHbyH
yeutronH•catteringHpxperimentsHandHlbHtnitioHxolecularHoynamicsH•imulationsVHJournaleofePhysicale
ChemistryeBTH2018THYZZTH[ZdaU[[Xa

3.4 54

221 mulkHversusHinterfacialHaqueousHsolvationHofHdicarboxylateHdianionsVHJournaleofetheeAmericane
ChemicaleSocietyTH2004THYZaTHYYadYUc 16.4 53

220 xolecularHdynamicsHsimulationsHofHfreezingHofHwaterHandHsaltHsolutionsVHJournaleofeMoleculareLiquidsTH
2007THY[]THa]UbX 6 52

219 nalciumHionsHinHaqueousHsolutionseHlccurateHforceHfieldHdescriptionHaidedHbyHabHinitioHmolecularH
dynamicsHandHneutronHscatteringVHJournaleofeChemicalePhysicsTH2018THY]cTHZZZcY[ 3.9 51

218 nalciumHmindingHtoHnalmodulinHbyHxolecularHoynamicsHwithHpffectiveH†olarizationVHJournaleofe
PhysicaleChemistryeLettersTH2014TH`TH[da]Ud 6.4 51

217 –heHinfluenceHofHconcentrationHonHtheHmolecularHsurfaceHstructureHofHsimpleHandHmixedHaqueousH
electrolytesVHPhysicaleChemistryeChemicalePhysicsTH2010THYZTHYXad[UbXX 3.6 50

216
–heHn]scVbulVSHpotentialHenergyHsurfaceVHZVH–heHPnZs]QZVbulVSHcomplexHcationHandHitsHreactionHtoH
theHradicalHcationsHofHcyclobutaneHandHYUbuteneVHJournaleofetheeAmericaneChemicaleSocietyTH1993TH
YY`TH`bc[U`bcd

16.4 50

215 wikeUnhargeHtonH†airingHinHWatereHlnHlbHtnitioHxolecularHoynamicsH•tudyHofHlqueousHruanidiniumH
nationsVHJournaleofePhysicaleChemistryeLettersTH2012TH[THZXZYUZXZ] 6.4 49

(2012-2015)
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214 •imulatedHsurfaceHpotentialsHatHtheHvaporUwaterHinterfaceHforHtheHvnlHaqueousHelectrolyteHsolutionVH
JournaleofeChemicalePhysicsTH2006THYZ`THZ]bXa 3.9 49

213 zpticalHspectroscopyHofHtheHbulkHandHinterfacialHhydratedHelectronHfromHabHinitioHcalculationsVH
JournaleofePhysicaleChemistryeATH2014THYYcTHb`XbUY` 2.8 48

212 oirectHobservationHofHtheHcollapseHofHtheHdelocalizedHexcessHelectronHinHwaterVHNatureeChemistryTH
2014THaTHadbUbXY 17.6 48

211 wikeUchargeHguanidiniumHpairingHfromHmolecularHdynamicsHandHabHinitioHcalculationsVHJournaleofe
PhysicaleChemistryeATH2011THYY`THYYYd[UZXY 2.8 48

210 WaterH•tructuringHandHsydroxideHtonHmindingHatHtheHtnterfaceHbetweenHWaterHandHsydrophobicH
WallsHofH aryingH’igidityHandHvanHderHWaalsHtnteractionsVHJournaleofePhysicaleChemistryeCTH2008THYYZTHbacdUbadZ3.8 48

209
†ropensityHofHqormateTHlcetateTHmenzoateTHandH†henolateHforHtheHlqueousH•olutionW aporH
tnterfaceeHH•urfaceH–ensionHxeasurementsHandHxolecularHoynamicsH•imulationsVHJournaleofePhysicale
ChemistryeCTH2007THYYYTHcZ]ZUcZ]b

3.8 48

208 zverchargingHinHbiologicalHsystemseHreversalHofHelectrophoreticHmobilityHofHaqueousHpolyaspartateH
byHmultivalentHcationsVHPhysicaleRevieweLettersTH2012THYXcTHYcaYXY 7.4 47

207
oeterminationHofHtheHelectronHaffinityHofHtheHacetyloxylHradicalHPns[nzzQHbyHlowUtemperatureH
anionHphotoelectronHspectroscopyHandHabHinitioHcalculationsVHJournaleofePhysicaleChemistryeATH2006TH
YYXTH`X]bU`X

2.8 47

206 lccurateHdescriptionHofHaqueousHcarbonateHionseHanHeffectiveHpolarizationHmodelHverifiedHbyH
neutronHscatteringVHJournaleofePhysicaleChemistryeBTH2012THYYaTHcY]`U`[ 3.4 46

205 tonUspecificHinteractionsHbetweenHhalidesHandHbasicHaminoHacidsHinHwaterVHJournaleofePhysicale
ChemistryeATH2009THYY[THYdadUb` 2.8 46

204 –heHn]scVbulVSHpotentialHenergyHsurfaceVHYVH–heHcyclobutaneHradicalHcationVHJournaleofetheeAmericane
ChemicaleSocietyTH1993THYY`TH`bbaU`bcZ 16.4 46

203 xodelingHphotoionizationHofHaqueousHoylHandHitsHcomponentsVHAccountseofeChemicaleResearchTH
2015TH]cTHYZXdUYb 24.3 45

202 plectronHatHtheH•urfaceHofHWatereHoehydratedHorHyotjVHJournaleofePhysicaleChemistryeLettersTH2013TH]TH[[cU][6.4 45

201 nholesterolHunderHoxidativeHstressUsowHlipidHmembranesHsenseHoxidationHasHcholesterolHisHbeingH
replacedHbyHoxysterolsVHFreeeRadicaleBiologyeandeMedicineTH2015THc]TH[XU]Y 7.8 45

200 pxploringHtonUtonHtnteractionsHinHlqueousH•olutionsHbyHaHnombinationHofHxolecularHoynamicsHandH
yeutronH•catteringVHJournaleofePhysicaleChemistryeLettersTH2015THaTHY`a[Ub 6.4 44

199 ruanidiniumHnationsH†airHwithH†ositivelyHnhargedHlrginineH•ideHnhainsHinHWaterVHJournaleofePhysicale
ChemistryeLettersTH2011THZTHY[cbUY[cd 6.4 44

198 lHpossibleHnewHmolecularHmechanismHofHthundercloudHelectrificationVHAtmosphericeResearchTH2005TH
baTHYdXUZX` 5.4 44

197 •urfaceHsegregationHofHdissolvedHsaltHionsVHJournaleofePhysicaleChemistryeBTH2006THYYXTHYYdbYUa 3.4 44

PaveluJungwirth
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196
•olvationHofHtheHlzideHlnionHPy[UQHinHWaterHnlustersHandHlqueousHtnterfaceseHHlHnombinedH
tnvestigationHbyH†hotoelectronH•pectroscopyTHoensityHqunctionalHnalculationsTHandHxolecularH
oynamicsH•imulationsâ� VHJournaleofePhysicaleChemistryeATH2004THYXcTHbcZXUbcZa

2.8 44

195 nhargeH•calingHxanifestoeHlHWayHofH’econcilingHtheHtnherentlyHxacroscopicHandHxicroscopicH
yaturesHofHxolecularH•imulationsVHJournaleofePhysicaleChemistryeLettersTH2019THYXTHb`[YUb`[a 6.4 44

194 plectronHmindingHtoHyucleicHlcidHmasesVHpxperimentalHandH–heoreticalH•tudiesVHlH’eviewVHCollectione
ofeCzechoslovakeChemicaleCommunicationsTH2004THadTHY[d`UY]Zc 42

193 –ransformingHanionHinstabilityHintoHstabilityeHcontrastingHphotoionizationHofHthreeHprotonationH
formsHofHtheHphosphateHionHuponHmovingHintoHwaterVHJournaleofePhysicaleChemistryeBTH2012THYYaTHY[Z`]Ua]3.4 40

192 xolecularHoynamicsH•tudyHofHtceâ�� aporHtnteractionsHviaHtheH‘uasiUwiquidHwayerVHJournaleofePhysicale
ChemistryeCTH2009THYY[TH]`dbU]aX] 3.8 40

191 †atchyHproteinsTHanionsHandHtheHsofmeisterHseriesVHJournaleofePhysicseCondensedeMatterTH2008THZXTH]d]ZYc1.8 40

190 •olventUmediatedHfoldingHofHaHdoublyHchargedHanionVHJournaleofetheeAmericaneChemicaleSocietyTH2004
THYZaTHcbaUc[ 16.4 39

189 •elfUassociationHofHaHhighlyHchargedHarginineUrichHcellUpenetratingHpeptideVHProceedingseofethee
NationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaTH2017THYY]THYY]ZcUYY][[ 11.5 38

188
pxperimentalHdeterminationHandHcomputationalHinterpretationHofHbiophysicalHpropertiesHofHlipidH
bilayersHenrichedHbyHcholesterylHhemisuccinateVHBiochimicaeEteBiophysicaeActaeseBiomembranesTH2015TH
Yc]cTH]ZZU[Z

3.8 38

187 zrientationalHdependenceHofHtheHaffinityHofHguanidiniumHionsHtoHtheHwaterHsurfaceVHJournaleofe
PhysicaleChemistryeBTH2011THYY`THYZ`ZYUa 3.4 38

186 oielectricHtnterpretationHofH•pecificityHofHtonH†airingHinHWaterVHJournaleofePhysicaleChemistryeLettersTH
2010THYTH[XXU[X[ 6.4 38

185 pnergeticHoriginHofHprotonHaffinityHtoHtheHairWwaterHinterfaceVHJournaleofePhysicaleChemistryeBTH2011TH
YY`TH]b]`U`Y 3.4 37

184 xembraneHtargetingHofHtheHyeastHexocystHcomplexVHBiochimicaeEteBiophysicaeActaeseBiomembranesTH
2015THYc]cTHY]cYUd 3.8 36

183 pffectHofHassociationHwithHsulfateHonHtheHelectrophoreticHmobilityHofHpolyarginineHandHpolylysineVH
JournaleofePhysicaleChemistryeBTH2010THYY]THYYd[]U]Y 3.4 36

182
’esponseHtoHnommentHonHlutoionizationHatHtheHsurfaceHofHneatHwatereHisHtheHtopHlayerHpsHneutralTH
basicTHorHacidicjHbyHuVHvVHmeattieTH†hysVHnhemVHnhemVH†hysVTHZXXbTHdTHozteHYXVYX[dWbbY[bXZhVHPhysicale
ChemistryeChemicalePhysicsTH2008THYXTH[[ZU[[[

3.6 36

181 lbHtnitioHxolecularHoynamicsHlpproachHtoHaH‘uantitativeHoescriptionHofHtonH†airingHinHWaterVH
JournaleofePhysicaleChemistryeLettersTH2013TH]TH]YbbU]YcY 6.4 35

180 lffineUresponseHmodelHofHmolecularHsolvationHofHionseHlccurateHpredictionsHofHasymmetricHchargingH
freeHenergiesVHJournaleofeChemicalePhysicsTH2012THY[bTHYZ]YXY 3.9 35

179 VHJournaleofePhysicaleChemistryeCTH2010THYY]THbc[YUbc[c 3.8 35

(2010-2004)
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178 tonHspecificHeffectsHofHsodiumHandHpotassiumHonHtheHcatalyticHactivityHofHst UYHproteaseVHPhysicale
ChemistryeChemicalePhysicsTH2009THYYTHb`ddUaX] 3.6 35

177 ldsorptionHofHaromaticHhydrocarbonsHandHozoneHatHenvironmentalHaqueousHsurfacesVHJournaleofe
PhysicaleChemistryeATH2008THYYZTH]d]ZU`X 2.8 35

176 sydrationHofHtheHchlorideHionHinHconcentratedHaqueousHsolutionsHusingHneutronHscatteringHandH
molecularHdynamicsVHMolecularePhysicsTH2014THYYZTHYZ[XUYZ]X 1.7 34

175 plectronsHinHnoldHWaterHnlusterseHlnHabHtnitioHxolecularHoynamicsH•tudyHofHwocalizationHandH
xetastableH•tatesâ� VHJournaleofePhysicaleChemistryeCTH2010THYY]THZX]cdUZX]d` 3.8 34

174 †hotolysisHofHhydrogenHchlorideHembeddedHinHtheHfirstHargonHsolvationHshelleH’otationalHcontrolHandH
quantumHdynamicsHofHphotofragmentsVHJournaleofeChemicalePhysicsTH1999THYYXTHaZ]aUaZ`a 3.9 34

173 sowHwellHdoesHcholesterylHhemisuccinateHmimicHcholesterolHinHsaturatedHphospholipidHbilayersjVH
JournaleofeMoleculareModelingTH2014THZXTHZYZY 2 33

172 lbHinitioHelectronicHstructureHofHthymineHanionsVHPhysicaleChemistryeChemicalePhysicsTH2005THbTHc]XU` 3.6 33

171 lqueousHnationUlmideHmindingeHqreeHpnergiesHandHt’H•pectralH•ignaturesHbyHlbHtnitioHxolecularH
oynamicsVHJournaleofePhysicaleChemistryeLettersTH2014TH`THZZ[`U]X 6.4 32

170 sydrogenHformsHinHwaterHbyHprotonHtransferHtoHaHdistortedHelectronVHJournaleofePhysicaleChemistryeBTH
2010THYY]THdY`UZX 3.4 32

169
tnterfacialHmolecularHorganizationHatHaqueousHsolutionHsurfacesHofHatmosphericallyHrelevantH
dimethylHsulfoxideHandHmethanesulfonicHlcidHusingHsumHfrequencyHspectroscopyHandHmolecularH
dynamicsHsimulationVHJournaleofePhysicaleChemistryeBTH2010THYY]THY``]aU`[

3.4 32

168 tonizationHofHaqueousHcationseHphotoelectronHspectroscopyHandHabHinitioHcalculationsHofHprotonatedH
imidazoleVHJournaleofePhysicaleChemistryeBTH2008THYYZTHb[``Uc 3.4 32

167 ‘uantumHdynamicsHsimulationsHofHnonadiabaticHprocessesHinHmanyUatomHsystemseH†hotoexcitedH
maPlrQYXHandHmaPlrQZXHclustersVHJournaleofeChemicalePhysicsTH1996THYX]TH`cX[U`cY] 3.9 32

166 —nexpectedlyH•mallHpffectHofHtheHoylHpnvironmentHonH erticalHtonizationHpnergiesHofHlqueousH
yucleobasesVHJournaleofePhysicaleChemistryeLettersTH2013TH]TH[baaU[bad 6.4 31

165 nomplexHionHeffectsHonHpolypeptideHconformationalHstabilityeHchlorideHandHsulfateHsaltsHofH
guanidiniumHandHtetrapropylammoniumVHJournaleofetheeAmericaneChemicaleSocietyTH2011THY[[THb[XXU[ 16.4 31

164 —ltrafastHquantumHdynamicsHandHresonanceH’amanHspectroscopyHofHphotoexcitedHtZPmQHinHlargeH
argonHandHxenonHclustersVHJournaleofeChemicalePhysicsTH1996THYX]THd[[ZUd[[d 3.9 31

163 –woHcationsTHtwoHmechanismseHinteractionsHofHsodiumHandHcalciumHwithHzwitterionicHlipidH
membranesVHChemicaleCommunicationsTH2017TH`[TH`[cXU`[c[ 5.8 30

162 lqueousHguanidiniumUcarbonateHinteractionsHbyHmolecularHdynamicsHandHneutronHscatteringeH
relevanceHtoHionUproteinHinteractionsVHJournaleofePhysicaleChemistryeBTH2013THYYbTHYc]]Uc 3.4 30

161 nlusterHmodelHforHtheHionicHproductHofHwatereHaccuracyHandHlimitationsHofHcommonHdensityH
functionalHmethodsVHJournaleofePhysicaleChemistryeATH2006THYYXTHdYd]Ud 2.8 30

PaveluJungwirth
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160 mehaviorHofHtheHpigenHformHofHhydroniumHatHtheHairWwaterHinterfaceVHJournaleofePhysicaleChemistryeATH
2011THYY`TH`ccYUa 2.8 29

159 †ickupHandH†hotodissociationHofHsydrogenHsalidesHinHqloppyHyeonHnlustersVHJournaleofePhysicale
ChemistryeATH2003THYXbTHbb][Ubb`] 2.8 29

158
pffectHofHbromideHonHtheHinterfacialHstructureHofHaqueousHtetrabutylammoniumHiodideeH
†hotoelectronHspectroscopyHandHmolecularHdynamicsHsimulationsVHChemicalePhysicseLettersTH2005TH
]YXTHZZZUZZb

2.5 29

157
†referenceHofHclusterHisomersHasHaHresultHofHquantumHdelocalizationeH†otentialHenergyHsurfacesHandH
intermolecularHvibrationalHstatesHofHyejsmrTHyejstTHandHstPlrQnHPnhYâ��aQVHJournaleofeChemicalePhysicsTH
2001THYY]THY`[dUY`]c

3.9 29

156
–imeUdependentHstokesHshiftsHofHfluorescentHdyesHinHtheHhydrophobicHbackboneHregionHofHaH
phospholipidHbilayereHcombinationHofHfluorescenceHspectroscopyHandHabHinitioHcalculationsVHJournale
ofePhysicaleChemistryeBTH2007THYYYTH`cadUbb

3.4 28

155 lnionsHofHllkaliHsalideH•altsHatH•urfacesHofHqormamideH•olutionseHHnoncentrationHoepthH†rofilesHandH
•urfaceH–opographyVHJournaleofePhysicaleChemistryeCTH2007THYYYTH][bdU][cb 3.8 28

154 mindingHofHoivalentHnationsHtoHtnsulineHnapillaryHplectrophoresisHandHxolecularH•imulationsVHJournale
ofePhysicaleChemistryeBTH2018THYZZTH`a]XU`a]c 3.4 27

153
lggregationHofHoligoargininesHatHphospholipidHmembraneseHmolecularHdynamicsHsimulationsTH
timeUdependentHfluorescenceHshiftTHandHbiomimeticHcolorimetricHassaysVHJournaleofePhysicale
ChemistryeBTH2013THYYbTHYY`[XU]X

3.4 27

152 mehaviorHofH]UhydroxynonenalHinHphospholipidHmembranesVHJournaleofePhysicaleChemistryeBTH2012TH
YYaTHa]YYU` 3.4 27

151
†ropensitiesHofHoxalicTHcitricTHsuccinicTHandHmaleicHacidsHforHtheHaqueousHsolutionWvapourHinterfaceeH
•urfaceHtensionHmeasurementsHandHmolecularHdynamicsHsimulationsVHChemicalePhysicseLettersTH2008TH
]aZTHZYbUZZY

2.5 27

150 †ropensityHofHheavierHhalidesHforHtheHwaterWvaporHinterfaceHrevisitedHusingHtheHlmoebaHforceHfieldVH
ChemicalePhysicseLettersTH2005TH]YYTHbXUb] 2.5 27

149 lHpracticalHguideHtoHbiologicallyHrelevantHmolecularHsimulationsHwithHchargeHscalingHforHelectronicH
polarizationVHJournaleofeChemicalePhysicsTH2020THY`[THX`XdXY 3.9 27

148 †hotoelectronHspectraHofHalkaliHmetalUammoniaHmicrojetseHqromHblueHelectrolyteHtoHbronzeHmetalVH
ScienceTH2020TH[acTHYXcaUYXdY 33.3 26

147 lrrheniusHanalysisHofHanisotropicHsurfaceHselfUdiffusionHonHtheHprismaticHfacetHofHiceVHPhysicale
ChemistryeChemicalePhysicsTH2011THY[THYddaXUd 3.6 26

146 •electedHbiologicallyHrelevantHionsHatHtheHairWwaterHinterfaceeHaHcomparativeHmolecularHdynamicsH
studyVHBiophysicaleChemistryTH2006THYZ]THZ[cU]Z 3.5 25

145 yonresonantHionizationHofHoxygenHmoleculesHbyHfemtosecondHpulseseHplasmaHdynamicsHstudiedHbyH
timeUresolvedHterahertzHspectroscopyVHJournaleofeChemicalePhysicsTH2005THYZ[THYX][YX 3.9 25

144 †hotodissociationHofHsmrHonHtheHsurfaceHofHlrnHclustersHatHYd[nmVHChemicalePhysicsTH2005TH[Y`THYaYUYbX 2.3 25

143 –heHparityHnonUconservingHenergyHdifferenceHbetweenHenantiomersHandHaHconsequenceHofHtheHn†–H
theoremHforHmoleculeUantimoleculeHpairsVHChemicalePhysicseLettersTH1989THYaYTH`XZU`Xa 2.5 25

(1989-2011)
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142 tnternalHstructureTHhygroscopicHandHreactiveHpropertiesHofHmixedHsodiumHmethanesulfonateUsodiumH
chlorideHparticlesVHPhysicaleChemistryeChemicalePhysicsTH2011THY[THYYc]aU`b 3.6 24

141 snlHphotodissociationHonHargonHclusterseHpffectsHofHsequentialHsolvationHandHlibrationalH
preexcitationVHJournaleofeChemicalePhysicsTH2000THYYZTHYXbaYUYXbaa 3.9 24

140
•izeHpffectsHonH†hotodissociationHandHnagingHofHsydrogenHmromideHtnsideHorHonHtheH•urfaceHofH
wargeHtnertHnlusterseHHqromHzneHtoH–hreeHtcosahedralHlrgonHwayersVHJournaleofePhysicaleChemistryeATH
2000THYX]THbbd[UbcXZ

2.8 24

139 –ransmembraneH†otentialHxodelingeHnomparisonHbetweenHxethodsHofHnonstantHplectricHqieldHandH
tonHtmbalanceVHJournaleofeChemicaleTheoryeandeComputationTH2016THYZTHZ]YcUZ` 6.4 23

138 •urfaceHbehaviorHofHhydratedHguanidiniumHandHammoniumHionseHaHcomparativeHstudyHbyH
photoelectronHspectroscopyHandHmolecularHdynamicsVHJournaleofePhysicaleChemistryeBTH2014THYYcTHbYYdUZb3.4 23

137 •ingleHlipidHextractioneHtheHanchoringHstrengthHofHcholesterolHinHliquidUorderedHandH
liquidUdisorderedHphasesVHBiophysicaleJournalTH2014THYXbTHYYabUYYb` 2.9 23

136 wargeHvariationsHinHtheHpropensityHofHaqueousHoxychlorineHanionsHforHtheHsolutionWvaporHinterfaceVH
JournaleofeChemicalePhysicsTH2009THY[YTHYZ]bXa 3.9 23

135
’elaxationHofHchlorineHanionsHsolvatedHinHsmallHwaterHclustersHuponHelectronHphotodetachmentVeH
–heHthreeHlowestHpotentialHenergyHsurfacesHofHtheHneutralHnljjsZzHcomplexVHChemicalePhysicse
LettersTH1998THZd[TH[XdU[Ya

2.5 23

134 lHsodiumHatomHinHaHlargeHwaterHclustereHelectronHdelocalizationHandHinfraredHspectraVHJournaleofe
ChemicalePhysicsTH2008THYZcTHY`][Xa 3.9 23

133 •egregationHofHinorganicHionsHatHsurfacesHofHpolarHnonaqueousHliquidsVHChemPhysChemTH2007THcTHY]`bUa[ 3.2 23

132 lccurateHdeterminationHofHtheHorientationalHdistributionHofHaHfluorescentHmoleculeHinHaH
phospholipidHmembraneVHJournaleofePhysicaleChemistryeBTH2014THYYcTHc``Ua[ 3.4 22

131 •mallHdopedH[seHclusterseHlHsystematicHquantumHchemistryHapproachHtoHfermionicHnuclearHwaveH
functionsHandHenergiesVHJournaleofeChemicalePhysicsTH2001THYY`THYXZY] 3.9 22

130 ‘uantumHdynamicsHofHmanyUatomHsystemsHbyHtheHclassicallyHbasedHseparableHpotentialHPn•†QH
methodeHnalculationsHforHtâ��PlrQYZHinHfullHdimensionalityVHJournaleofeChemicalePhysicsTH1995THYXZTHcc``Ucca]3.9 22

129 ‘uantumHmolecularHdynamicsHofHlargeHsystemsHbeyondHseparableHapproximationeH–heHconfigurationH
interactionHclassicalHseparableHpotentialHmethodVHJournaleofeChemicalePhysicsTH1997THYXbTHcda[Ucdb] 3.9 21

128
†hotodissociationHofHhydrogenHiodideHonHtheHsurfaceHofHlargeHargonHclusterseHtheHorientationHofHtheH
librationalHwaveHfunctionHandHtheHscatteringHfromHtheHclusterHcageVHJournaleofeChemicalePhysicsTH
2004THYZXTH]]dcU`YY

3.9 21

127 —ltrafastHfarUinfraredHdynamicsHprobedHbyHterahertzHpulseseHaHfrequencyUdomainHapproachVHttVH
lpplicationsVHJournaleofeChemicalePhysicsTH2005THYZZTHYX]`X] 3.9 21

126 —ltrafastHfarUinfraredHdynamicsHprobedHbyHterahertzHpulseseHaHfrequencyHdomainHapproachVHtVHxodelH
systemsVHJournaleofeChemicalePhysicsTH2005THYZZTHYX]`X[ 3.9 21

125 nanHlrginineHtnhibitHtnsulinHlggregationjHlHnombinedH†roteinHnrystallographyTHnapillaryH
plectrophoresisTHandHxolecularH•imulationH•tudyVHJournaleofePhysicaleChemistryeBTH2018THYZZTHYXXadUYXXba3.4 21

PaveluJungwirth
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124 tncreasedHmindingHofHnalciumHtonsHatH†ositivelyHnurvedH†hospholipidHxembranesVHJournaleofePhysicale
ChemistryeLettersTH2017THcTH`YcU`Z[ 6.4 20

123 •izeHandHzriginsHofHwongU’angeHzrientationalHWaterHnorrelationsHinHoiluteHlqueousH•altH•olutionsVH
JournaleofePhysicaleChemistryeLettersTH2017THcTHZX[YUZX[` 6.4 20

122 xicrohydrationHofHtheHmagnesiumPttQHacetateHcationHinHtheHgasHphaseVHJournaleofePhysicaleChemistrye
ATH2011THYY`THacY[Ud 2.8 20

121 ’eplyHtoHcommentsHonHqrontiersHlrticleHâ��mehaviorHofHhydroxideHatHtheHwaterWvaporHinterfaceâ��VH
ChemicalePhysicseLettersTH2009TH]cYTHYdUZY 2.5 20

120 menchmarkingHpolarizableHmolecularHdynamicsHsimulationsHofHaqueousHsodiumHhydroxideHbyH
diffractionHmeasurementsVHJournaleofePhysicaleChemistryeATH2009THYY[TH]XZZUb 2.8 20

119
tnteriorHandHinterfacialHaqueousHsolvationHofHbenzeneHdicarboxylateHdianionsHandHtheirHmethylatedH
analogueseHlHcombinedHmolecularHdynamicsHandHphotoelectronHspectroscopyHstudyVHJournaleofe
PhysicaleChemistryeATH2005THYXdTH`X]ZUd

2.8 20

118  alenceUHandHdipoleUboundHanionsHofHtheHthymineUwaterHcomplexeHabHinitioHcharacterizationHofHtheH
potentialHenergyHsurfacesVHJournaleofePhysicaleChemistryeATH2006THYYXTHZdYaUZ[ 2.8 20

117 pffectsHofHpndHrroupH–erminationHonH•altingUzutHnonstantsHforH–riglycineVHJournaleofePhysicale
ChemistryeLettersTH2013TH]TH]XadU]Xb[ 6.4 19

116 qirstHstepsHtowardsHdissolutionHofHya•z]UHbyHwaterVHPhysicaleChemistryeChemicalePhysicsTH2006THcTH]Zd]Ua 3.6 19

115 —ltrafastHoynamicsHofHnhlorineâ��WaterHandHmromineâ��WaterH’adicalHnomplexesHqollowingHplectronH
†hotodetachmentHinH–heirHlnionicH†recursorsVHJournaleofePhysicaleChemistryeATH2000THYX]THa`Z[Ua`[Y 2.8 19

114 lnomalousH†roteinU†roteinHtnteractionsHinHxultivalentH•altH•olutionVHJournaleofePhysicaleChemistryeBTH
2017THYZYTH[XXXU[XXa 3.4 18

113 mobbingHofHzxysterolseHxolecularHxechanismHforH–ranslocationHofH–ailUzxidizedH•terolsHthroughH
miologicalHxembranesVHJournaleofePhysicaleChemistryeLettersTH2018THdTHYYYcUYYZ[ 6.4 18

112 ruanidiniumH†airingHqacilitatesHxembraneH–ranslocationVHJournaleofePhysicaleChemistryeBTH2016THYZXTHY][U`[3.4 18

111 •emiclassicalHhybridHapproachHtoHcondensedHphaseHmolecularHdynamicseHapplicationHtoHtheHtZvrYbH
clusterVHJournaleofePhysicaleChemistryeATH2012THYYaTHYYYddUZYX 2.8 18

110 •pecificHinteractionsHofHammoniumHfunctionalitiesHinHaminoHacidsHwithHaqueousHfluorideHandHiodideVH
JournaleofePhysicaleChemistryeBTH2010THYY]THY[c`[UaX 3.4 18

109 nharacterizationHofHtheHtripleHionHčPns[Q]yS´•†qaU´•Pns[Q]yS−HinHtheHgasUphaseVHChemicalePhysicse
LettersTH2010TH]dXTHY]UYc 2.5 18

108 nyclobutadieneHradicalHcationVHlnHabHinitioHstudyHofHtheHuahnU–ellerHsurfaceVHChemicalePhysicseLettersTH
1995THZ[]TH[d`U]X] 2.5 18

107 nationUspecificHeffectsHonHenzymaticHcatalysisHdrivenHbyHinteractionsHatHtheHtunnelHmouthVHJournaleofe
PhysicaleChemistryeBTH2013THYYbTHa[d]U]XZ 3.4 17

(2013-2017)
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106 tncreasedH†ropensityHofHtaqâ��HforHtheHWaterH•urfaceHinHyonUneutralH•olutionseHtmplicationsHforHtheH
tnterfacialHmehaviorHofHs[zaqSHandHzsaqâ��VHJournaleofePhysicaleChemistryeLettersTH2011THZTHdbZUdba 6.4 17

105 –heHn]s]â�¢SH†otentialHpnergyH•urfaceVHZVH–heHuahnâ��–ellerH•tabilizationHofHtonizedH–etrahedraneHandH
ttsH’earrangementHtoHnyclobutadieneH’adicalHnationâ� TYVHJournaleofePhysicaleChemistryeATH1997THYXYTH[dYcU[dZ]2.8 17

104 pxistenceHofHorientedHionUhydroxideHclustersHinHconcentratedHaqueousHyanlHsolutionHatHpsHY[VH
JournaleofePhysicaleChemistryeBTH2008THYYZTHYZaZUa 3.4 17

103 xicrosolvationHofHtheHdicyanamideHanioneHčyPnyQPZQPUQ−PsPZQzQnHPnHhHXUYZQVHJournaleofePhysicale
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