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262 †ecentFjdvπncesFinFoirstSyrinciplesFkπsedFvoleculπrFmynπmicsTTFAccountsdofdChemicaldResearchRF
2022RF 24.3 3

261 jFuniversπlFcoSsolventFdilutionFstrπtegyFenπblesFfπcileFπndFcostSeffectiveFfπbricπtionFofFperovskiteF
photovoltπicsTTFNaturedCommunicationsRF2022RFWYRFab 17.4 14

260 jFmultipleFtimeFstepFπlgorithmFforFtrπjectoryFsurfπceFhoppingFsimulπtionsTTFJournaldofdChemicald
PhysicsRF2022RFW[]RFVYZWV7 3.9 2

259 jFtheoreticπlFperspectiveFofFtheFultrπfπstFtrπnsientFπbsorptionFdynπmicsFofFlsybkrTTFJournaldofd
ComputationaldChemistryRF2022RF 3.5 1

258 kismutheneFπsFπFversπtileFphotocπtπlystFoperπtingFunderFvπriπbleFconditionsFforFtheFphotoredoxFlqF
bondFfunctionπlizπtionTFApplieddCatalysisdB:dEnvironmentalRF2022RFYVZRFWXVb[7 21.8 1

257 †eversibleFyressureSmependentFvechπnochromismFofFmionSsπcobsonFπndF†uddlesdenSyopperF
uπyered´ qybrid´ yerovskitesTTFAdvanceddMaterialsRF2022RFeXWVa7XV 24 2

256 jtomSbySjtomF–ynthesisFofFvultiπtomS–upportedFlπtπlyticFllustersFbyFuiquidSyhπseFjtomicFuπyerF
mepositionTFACSdSustainabledChemistrydanddEngineeringRF2022RFWVRFYZ[[SYZ][ 8.3 0

255 yseudoShπlideFπnionFengineeringFforF˛–SojybrFperovskiteFsolπrFcellsTFNatureRF2021RF[bXRFYaWSYa[ 50.4 814

254 jFcombinedFmoleculπrFdynπmicsFπndFexperimentπlFstudyFofFtwoSstepFprocessFenπblingF
lowStemperπtureFformπtionFofFphπseSpureF˛–SojybrTFSciencedAdvancesRF2021RF7RF 14.3 17

253 nxpπndingFtheFboundπriesFofFligπndâ��tπrgetFmodelingFbyFexπscπleFcπlculπtionsTFWileyd
InterdisciplinarydReviews:dComputationaldMoleculardScienceRF2021RFWWRFeW[Y[ 7.9 2

252 xrgπnicF–pπcersFinFXmFyerovskitescFpenerπlF—rendsFπndF–tructureSyropertyF†elπtionshipsFfromF
lomputπtionπlF–tudiesTFHelveticadChimicadActaRF2021RFWVZRFeXVVVXYX 2 3

251 vultimodπlFhostSguestFcomplexπtionFforFefficientFπndFstπbleFperovskiteFphotovoltπicsTFNatured
CommunicationsRF2021RFWXRFYYaY 17.4 17

250 p˛–iWFinhibitionFmechπnismFofFj—ySboundFπdenylylFcyclπseFtypeF[TFPLoSdONERF2021RFW]RFeVXZ[Wb7 3.7 2

249 voleculπrFxriginFofFtheFjsymmetricFyhotoluminescenceF–pectrπFofFlsybkrFπtFuowF—emperπtureTF
JournaldofdPhysicaldChemistrydLettersRF2021RFWXRFX]bbSX7VZ 6.4 7

248 wπphthπlenediimideUoormπmidiniumSkπsedFuowSmimensionπlFyerovskitesTFChemistrydofdMaterialsRF
2021RFYYRF]ZWXS]ZXV 9.6 2

247 wπnoscπleFyhπseF–egregπtionFinF–uprπmoleculπrFˇ�S—emplπtingFforFqybridFyerovskiteFyhotovoltπicsF
fromFwv†FlrystπllogrπphyTFJournaldofdthedAmericandChemicaldSocietyRF2021RFWZYRFW[XbSW[Ya 16.4 26

246 wπnoscπleFinterfπciπlFengineeringFenπblesFhighlyFstπbleFπndFefficientFperovskiteFphotovoltπicsTF
EnergydanddEnvironmentaldScienceRF2021RFWZRF[[[XS[[]X 35.4 20
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245 lrownFntherFvodulπtionFnnπblesFoverFXYKFnfficientFoormπmidiniumSkπsedFyerovskiteF–olπrFlellsTF
JournaldofdthedAmericandChemicaldSocietyRF2020RFWZXRFWbbaVSWbbbW 16.4 72

244 nssentiπlFroleFofFoxygenFvπcπnciesFofFluSjlFπndFloSjlFspinelFoxidesFinFtheirFcπtπlyticFπctivityFforFtheF
reverseFwπterFgπsFshiftFreπctionTFApplieddCatalysisdB:dEnvironmentalRF2020RFX]]RFWWa]]b 21.8 24

243 jtomisticFxriginsFofFtheFuimitedFyhπseF–tπbilityFofFlsQS†ichFojxlsNWâ��xOybrYFvixturesTFChemistrydofd
MaterialsRF2020RFYXRFX]V[SX]WZ 9.6 14

242 vivilcFvultiscπleFvodelingFinFlomputπtionπlFlhemistryTFFrontiersdindMoleculardBiosciencesRF2020RF7RFZ[ 5.6 3

241 voleculπrFkπsisFofFlulFjntiporterFrnhibitionFbyFoluorideTFJournaldofdthedAmericandChemicaldSocietyRF
2020RFWZXRF7X[ZS7X[a 16.4 10

240 VπporSπssistedFdepositionFofFhighlyFefficientRFstπbleFblπckSphπseFojybrFperovskiteFsolπrFcellsTF
ScienceRF2020RFY7VRF 33.3 257

239 kiomoleculπrF–imulπtioncFjFyerspectiveFfromFqighFyerformπnceFlomputingTFIsraeldJournaldofd
ChemistryRF2020RF]VRF]bZS7VZ 3.4 0

238 oromFπFweekFtoFlessFthπnFπFdπycF–peedupFπndFscπlingFofFcoordinπteSscπledFexπctFexchπngeF
cπlculπtionsFinFplπneFwπvesTFComputerdPhysicsdCommunicationsRF2020RFXZ7RFWV]bZY 4.2 3

237 jtomisticFvechπnismFofFtheFwucleπtionFofFvethylπmmoniumFueπdFrodideFyerovskiteFfromF–olutionTF
ChemistrydofdMaterialsRF2020RFYXRF[XbS[Y] 9.6 24

236 puπnineS–tπbilizedFoormπmidiniumFueπdFrodideFyerovskitesTFAngewandtedChemiedtdInternationald
EditionRF2020RF[bRFZ]bWSZ]b7 16.4 40

235 puπnineS–tπbilizedFoormπmidiniumFueπdFrodideFyerovskitesTFAngewandtedChemieRF2020RFWYXRFZ7XWSZ7X7 3.6

234 jccurπcyFofFvoleculπrF–imulπtionSkπsedFyredictionsFofFVπluescFjFvetπdynπmicsF–tudyTFJournaldofd
PhysicaldChemistrydLettersRF2020RFWWRF]Y7YS]YaW 6.4 14

233 oormπmidiniumSkπsedFmionSsπcobsonFuπyeredFqybridFyerovskitescF–tructurπlFlomplexityFπndF
xptoelectronicFyropertiesTFAdvanceddFunctionaldMaterialsRF2020RFYVRFXVVYZXa 15.6 34

232 –tructurπlFπndFyhotophysicπlF—emplπtingFofFlonjugπtedFyolyelectrolytesFwithF–ingleS–trπndedF
mwjTFChemistrydofdMaterialsRF2020RFYXRF7YZ7S7Y]X 9.6 1

231  nrπvellingFtheFstructurπlFcomplexityFπndFphotophysicπlFpropertiesFofFπdπmπntylSbπsedFlπyeredF
hybridFperovskitesTFJournaldofdMaterialsdChemistrydARF2020RFaRFW77YXSW77ZV 13 7

230 †edoxFyropertiesFofFwπtiveFπndFmπmπgedFmwjFfromFvixedFzuπntumFvechπnicπlUvoleculπrF
vechπnicsFvoleculπrFmynπmicsF–imulπtionsTFJournaldofdChemicaldTheorydanddComputationRF2020RFW]RF]]bVS]7VW6.4 8

229 vultidisciplinπryFyreclinicπlFrnvestigπtionsFonF—hreeFxxπmniquineFjnπloguesFπsFwewFmrugF
lπndidπtesFforF–chistosomiπsisPTFChemistrydtdAdEuropeandJournalRF2020RFX]RFW[XYXSW[XZW 4.8 1

228 WhyFchoosingFtheFrightFpπrtnerFisFimportπntcFstπbilizπtionFofFternπryFlsp jojybrFperovskitesTF
PhysicaldChemistrydChemicaldPhysicsRF2020RFXXRFXVaaVSXVabV 3.6 2
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227 nfficientF—reπtmentFofFlorrelπtionFnnergiesFπtFtheFkπsisS–etFuimitFbyFvonteFlπrloF–ummπtionFofF
lontinuumF–tπtesTFJournaldofdChemicaldTheorydanddComputationRF2020RFW]RF][[VS][[b 6.4 1

226 nxtremeF–cπlπbilityFofFmo—SkπsedFzvUvvFvmF–imulπtionsF singFvivilTFJournaldofdChemicaldTheoryd
anddComputationRF2019RFW[RF[]VWS[]WY 6.4 20

225  ltrπfπstFnucleπrFdynπmicsFofFtheFπcetyleneFcπtionFlqFπndFitsFimpπctFonFtheFinfrπredFprobeFpulseF
inducedFlSqFbondFbreπkingFefficiencyTFPhysicaldChemistrydChemicaldPhysicsRF2019RFXWRFWaYaVSWaYa[ 3.6 0

224 jssociπtionFofFkothFrnhibitoryFπndF–timulπtoryFp˛–F–ubunitsFrmpliesFjdenylylFlyclπseF[FmeπctivπtionTF
BiochemistryRF2019RF[aRFZYW7SZYXZ 3.2 6

223
VerticπlFronizπtionFnnergiesFπndFnlectronFjffinitiesFofFwπtiveFπndFmπmπgedFmwjFkπsesRF
wucleotidesRFπndFyπirsFfromFmensityFounctionπlF—heoryFlπlculπtionscFvodelFjssessmentFπndF
rmplicπtionsFforFmwjFmπmπgeF†ecognitionFπndF†epπirTFJournaldofdChemicaldTheorydanddComputationRF
2019RFW[RFXVZXSXV[X

6.4 11

222
†uddlesdenSyopperFyhπsesFofFvethylπmmoniumSkπsedF—woSmimensionπlFyerovskitesFwithF
[SjmmoniumFVπlericFjcidFjVjvjFybFrFwithFnFfFWRFXRFπndFYTFJournaldofdPhysicaldChemistrydLettersRF
2019RFWVRFY[ZYSY[Zb

6.4 28

221 luâ��jlF–pinelFπsFπFqighlyFjctiveFπndF–tπbleFlπtπlystFforFtheF†everseFWπterFpπsF–hiftF†eπctionTFACSd
CatalysisRF2019RFbRF]XZYS]X[W 13.1 35

220 vivilcFjFwovelForπmeworkFforFvultiscπleFvodelingFinFlomputπtionπlFlhemistryTFJournaldofd
ChemicaldTheorydanddComputationRF2019RFW[RFYaWVSYaXY 6.4 18

219
jtomicSuevelFvicrostructureFofFnfficientFoormπmidiniumSkπsedFyerovskiteF–olπrFlellsF–tπbilizedFbyF
[SjmmoniumFVπlericFjcidFrodideF†eveπledFbyFvultinucleπrFπndF—woSmimensionπlF–olidS–tπteFwv†TF
JournaldofdthedAmericandChemicaldSocietyRF2019RFWZWRFW7][bSW7]]b

16.4 63

218 †egulπtionFofFπdenylylFcyclπseF[FinFstriπtπlFneuronsFconfersFtheFπbilityFtoFdetectFcoincidentF
neuromodulπtoryFsignπlsTFPLoSdComputationaldBiologyRF2019RFW[RFeWVV7YaX 5 9

217
–heddingFuightFonFtheFkπsisF–etFmependenceFofFtheFvinnesotπFounctionπlscFmifferencesFketweenF
ylπneFWπvesRF–lπterFounctionsRFπndFpπussiπnsTFJournaldofdChemicaldTheorydanddComputationRF2019RF
W[RF[[7S[7W

6.4 5

216 nffectFofFgrπpheneFoxideFnπnosheetsFonFvisibleFlightSπssistedFπntibπcteriπlFπctivityFofF
verticπllySπlignedFcopperFoxideFnπnowireFπrrπysTFJournaldofdColloiddanddInterfacedScienceRF2018RF[XWRFWWbSWYW9.3 37

215
ylπneSWπveFrmplementπtionFπndFyerformπnceFofFˆ SlπSlπrteFloulombSjttenuπtedF
nxchπngeSlorrelπtionFounctionπlsFforFyredictingFxpticπlFnxcitπtionFnnergiesFinF–omeFwotoriousF
lπsesTFJournaldofdChemicaldTheorydanddComputationRF2018RFWZRFYWaZSYWb[

6.4 8

214 jFVersπtileFvultipleF—imeF–tepF–chemeFforFnfficientFπbFrnitioFvoleculπrFmynπmicsF–imulπtionsTF
JournaldofdChemicaldTheorydanddComputationRF2018RFWZRFXaYZSXaZX 6.4 15

213 —heF–tructureFofFtheFyrotonπtedF–erineFxctπmerTFJournaldofdthedAmericandChemicaldSocietyRF2018RF
WZVRF7[[ZS7[]V 16.4 47

212 peneticFjlgorithmFkπsedFmesignFπndFnxperimentπlFlhπrπcterizπtionFofFπFqighlyF—hermostπbleF
vetπlloproteinTFJournaldofdthedAmericandChemicaldSocietyRF2018RFWZVRFZ[W7SZ[XW 16.4 10

211 nxploitingFloordinπteF–cπlingF†elπtionsF—oFjccelerπteFnxπctFnxchπngeFlπlculπtionsTFJournaldofd
PhysicaldChemistrydLettersRF2018RFbRFYaa]SYabV 6.4 4

210
jllSπtomFsimulπtionsFdisentπngleFtheFfunctionπlFdynπmicsFunderlyingFgeneFmπturπtionFinFtheFintronF
lπriπtFspliceosomeTFProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF
2018RFWW[RF][aZS][ab

11.5 39
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209 nmergenceFofFhiddenFphπsesFofFmethylπmmoniumFleπdFiodideFNlqYwqYybrYOFuponFcompressionTF
PhysicaldReviewdMaterialsRF2018RFXRF 3.2 7

208 –tπbilizπtionFofFtheFyerovskiteFyhπseFofFoormπmidiniumFueπdF—riiodideFbyFvethylπmmoniumRFlsRF
πndUorF†bFmopingTFJournaldofdPhysicaldChemistrydLettersRF2017RFaRFWWbWSWWb] 6.4 96

207 jllostericFcrossStπlkFinFchromπtinFcπnFmediπteFdrugSdrugFsynergyTFNaturedCommunicationsRF2017RFaRFWZa]V17.4 54

206
mevelopmentFofF–iteS–pecificFvgNXQOS†wjFoorceFoieldFyπrπmeterscFjFmreπmForF†eπlityhFpuidelinesF
fromFlombinedFvoleculπrFmynπmicsFπndFzuπntumFvechπnicsF–imulπtionsTFJournaldofdChemicald
TheorydanddComputationRF2017RFWYRFYZVSY[X

6.4 38

205 nffectFofFwS—erminπlFvyristoylπtionFonFtheFjctiveFlonformπtionFofFp˛–Sp—yTFBiochemistryRF2017RF[]RFX7WSXaV3.2 14

204 yredictiveFmeterminπtionFofFkπndFpπpsFofFrnorgπnicFqπlideFyerovskitesTFJournaldofdPhysicald
ChemistrydLettersRF2017RFaRF[[V7S[[WX 6.4 63

203 lπnFkiomimeticFüincFlompoundsFjssistFπFNYFQFXOFlycloπdditionF†eπctionhFjF—heoreticπlFyerspectiveTF
JournaldofdChemicaldTheorydanddComputationRF2017RFWYRF]YaXS]YbV 6.4

202 lomputπtionπlFlhπrπcterizπtionFofFtheFmependenceFofFqπlideFyerovskiteFnffectiveFvπssesFonF
lhemicπlFlompositionFπndF–tructureTFJournaldofdPhysicaldChemistrydCRF2017RFWXWRFXYaa]SXYab[ 3.8 28

201 qowF†hodopsinF—unesFtheFnquilibriumFbetweenFyrotonπtedFπndFmeprotonπtedFoormsFofFtheF
†etinπlFlhromophoreTFJournaldofdChemicaldTheorydanddComputationRF2017RFWYRFZ[XZSZ[YZ 6.4 8

200 moesFyrotonFlonductionFinFtheFVoltπgeSpπtedFqFlhπnnelFhqvWFrnvolveFprotthussSuikeFqoppingFviπF
jcidicF†esidueshTFJournaldofdPhysicaldChemistrydBRF2017RFWXWRFYYZVSYY[W 3.4 23

199 wonπdiπbπticFeffectsFinFelectronicFπndFnucleπrFdynπmicsTFStructuraldDynamicsRF2017RFZRFV]W[WV 3.2 22

198 lhπrgeFmigrπtionFπndFchπrgeFtrπnsferFinFmoleculπrFsystemsTFStructuraldDynamicsRF2017RFZRFV]W[Va 3.2 98

197  ltrπfπstFdynπmicsFinducedFbyFtheFinterπctionFofFmoleculesFwithFelectromπgneticFfieldscF–everπlF
quπntumRFsemiclπssicπlRFπndFclπssicπlFπpproπchesTFStructuraldDynamicsRF2017RFZRFV]W[Vb 3.2 3

196 lhπrgeFsepπrπtionFπndFcπrrierFdynπmicsFinFdonorSπcceptorFheterojunctionFphotovoltπicFsystemsTF
StructuraldDynamicsRF2017RFZRFV]W[VY 3.2 8

195 rmplicπtionsFofFshortFtimeFscπleFdynπmicsFonFlongFtimeFprocessesTFStructuraldDynamicsRF2017RFZRFV]W[V7 3.2 18

194 nxploringFtheFinhibitionFmechπnismFofFπdenylylFcyclπseFtypeF[FbyFnSterminπlFmyristoylπtedFp˛–iWTF
PLoSdComputationaldBiologyRF2017RFWYRFeWVV[]7Y 5 11

193 VπlenceFπndFconductionFbπndFtuningFinFhπlideFperovskitesFforFsolπrFcellFπpplicπtionsTFJournaldofd
MaterialsdChemistrydARF2016RFZRFW[bb7SW]VVX 13 90

192 xriginFofFunusuπlFbπndgπpFshiftFπndFduπlFemissionFinForgπnicSinorgπnicFleπdFhπlideFperovskitesTF
SciencedAdvancesRF2016RFXRFeW]VWW[] 14.3 238
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191 WhoFjctivπtesFtheFwucleophileFinF†ibozymeFlπtπlysishFjnFjnswerFfromFtheF–plicingFvechπnismFofF
proupFrrFrntronsTFJournaldofdthedAmericandChemicaldSocietyRF2016RFWYaRFWVY7ZS7 16.4 52

190 jnFxrgπnometπllicFlompoundFwhichFnxhibitsFπFmwjF—opologySmependentFxneS–trπndedF
rntercπlπtionFvodeTFAngewandtedChemiedtdInternationaldEditionRF2016RF[[RF7ZZWSZ 16.4 19

189 –ynthesisRFchπrπcterizπtionFπndFπbFinitioFinvestigπtionFofFπFpπnchromπticFullπzineâ��porphyrinF
photosensitizerFforFdyeSsensitizedFsolπrFcellsTFJournaldofdMaterialsdChemistrydARF2016RFZRFXYYXSXYYb 13 44

188 ronicFpolπrizπtionSinducedFcurrentSvoltπgeFhysteresisFinFlqYwqYyb·YFperovskiteFsolπrFcellsTFNatured
CommunicationsRF2016RF7RFWVYYZ 17.4 500

187 nntropicFstπbilizπtionFofFmixedFjScπtionFjk·YFmetπlFhπlideFperovskitesFforFhighFperformπnceF
perovskiteFsolπrFcellsTFEnergydanddEnvironmentaldScienceRF2016RFbRF][]S]]X 35.4 882

186 jnFxrgπnometπllicFlompoundFwhichFnxhibitsFπFmwjF—opologySmependentFxneS–trπndedF
rntercπlπtionFvodeTFAngewandtedChemieRF2016RFWXaRF7[]7S7[7V 3.6

185  ltrπfπstF†elπxπtionFmynπmicsFofFtheFnthyleneFlπtionFlNXOqNZOQTFJournaldofdPhysicaldChemistryd
LettersRF2016RF7RFWbVWS] 6.4 15

184 peneticSjlgorithmSkπsedFxptimizπtionFofFπFyeptidicF–cπffoldFforF–equestrπtionFπndFqydrπtionFofF
lxTFChemPhysChemRF2016RFW7RFYaYWSYaY[ 3.2 2

183 nxtendedFrntermoleculπrFrnterπctionsFpoverningFyhotocurrentSVoltπgeF†elπtionsFinF—ernπryF
xrgπnicF–olπrFlellsTFJournaldofdPhysicaldChemistrydLettersRF2016RF7RFYbY]SYbZZ 6.4 9

182 oightingFlπncerFwithF—rπnsitionFvetπlFlomplexescForomFwπkedFmwjFtoFyroteinFπndFlhromπtinF
—πrgetingF–trπtegiesTFChemMedChemRF2016RFWWRFWWbbSXWV 3.7 85

181
lryogenicF–pectroscopyFπndFzuπntumFvoleculπrFmynπmicsFmetermineFtheF–tructureFofFlyclicF
rntermediπtesFrnvolvedFinFyeptideF–equenceF–crπmblingTFJournaldofdPhysicaldChemistrydLettersRF2015RF
]RFX[XZSb

6.4 3

180 vixedFzuπntumFvechπnicπlUvoleculπrFvechπnicπlFvoleculπrFmynπmicsF–imulπtionsFofFkiologicπlF
–ystemsFinFproundFπndFnlectronicπllyFnxcitedF–tπtesTFChemicaldReviewsRF2015RFWW[RF]XW7S]Y 68.1 277

179 rnF–ituFvπppingFofFtheFvoleculπrFjrrπngementFofFjmphiphilicFmyeFvoleculesFπtFtheF—ixâ��F–urfπceFofF
myeS–ensitizedF–olπrFlellsTFACSdApplieddMaterialsdlamp;dInterfacesRF2015RF7RFWVaYZSZX 9.5 30

178 —heFvoleculπrFvechπnismFofFtheFlπtπlπseSlikeFjctivityFinFqorserπdishFyeroxidπseTFJournaldofdthed
AmericandChemicaldSocietyRF2015RFWY7RFWWW7VSa 16.4 61

177 uocπlFlontrolF—heoryFinF—rπjectoryF–urfπceFqoppingFmynπmicsFjppliedFtoFtheFnxcitedS–tπteFyrotonF
—rπnsferFofFZSqydroxyπcridineTFChemPhysChemRF2015RFW]RFXWX7SYY 3.2 8

176 lomputπtionπlFinsightsFintoFfunctionFπndFinhibitionFofFfπttyFπcidFπmideFhydrolπseTFEuropeandJournald
ofdMedicinaldChemistryRF2015RFbWRFW[SX] 6.8 30

175 jnπndπmideFhydrolysisFinFojjqFreveπlsFπFduπlFstrπtegyFforFefficientFenzymeSπssistedFπmideFbondF
cleπvπgeFviπFnitrogenFinversionTFJournaldofdPhysicaldChemistrydBRF2015RFWWbRF7abSaVW 3.4 31

174 teysFtoFuipidF–electionFinFoπttyFjcidFjmideFqydrolπseFlπtπlysiscF–tructurπlFolexibilityRFpπtingF
†esiduesFπndFvultipleFkindingFyocketsTFPLoSdComputationaldBiologyRF2015RFWWRFeWVVZXYW 5 28
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173 uigπndFsubstitutionsFbetweenFrutheniumScymeneFcompoundsFcπnFcontrolFproteinFversusFmwjF
tπrgetingFπndFπnticπncerFπctivityTFNaturedCommunicationsRF2014RF[RFYZ]X 17.4 227

172 yrobingFtheFelectronicFπndFgeometricFstructureFofFferricFπndFferrousFmyoglobinsFinFphysiologicπlF
solutionsFbyFoeFtSedgeFπbsorptionFspectroscopyTFPhysicaldChemistrydChemicaldPhysicsRF2014RFW]RFW]W7SYW 3.6 32

171 myeSsensitizedFsolπrFcellsFwithFWYKFefficiencyFπchievedFthroughFtheFmoleculπrFengineeringFofF
porphyrinFsensitizersTFNaturedChemistryRF2014RF]RFXZXS7 17.6 3560

170 xriginFofFtheFspectrπlFshiftsFπmongFtheFeπrlyFintermediπtesFofFtheFrhodopsinFphotocycleTFJournaldofd
thedAmericandChemicaldSocietyRF2014RFWY]RFYaZXS[W 16.4 38

169 penerπlizedFzvUvvFoorceFvπtchingFjpproπchFjppliedFtoFtheFWWScisFyrotonπtedF–chiffFkπseF
lhromophoreFofF†hodopsinTFJournaldofdChemicaldTheorydanddComputationRF2014RFWVRFZWXSXX 6.4 19

168 yhotophysicsFπndFphotochemistryFofFπFmwjSproteinFcrossSlinkingFmodelcFπFsynergisticFπpproπchF
combiningFexperimentsFπndFtheoryTFJournaldofdPhysicaldChemistrydBRF2014RFWWaRFZbaYSbX 3.4 12

167
jssigningFtheFny†FfineFstructureFpπrπmetersFofFtheFvnNrrOFcentersFinFkπcillusFsubtilisFoxπlπteF
decπrboxylπseFbyFsiteSdirectedFmutπgenesisFπndFmo—UvvFcπlculπtionsTFJournaldofdthedAmericand
ChemicaldSocietyRF2014RFWY]RFXYWYSXY

16.4 17

166 jFvibronicFcouplingFhπmiltoniπnFtoFdescribeFtheFultrπfπstFexcitedFstπteFdynπmicsFofFπF
luNiOSphenπnthrolineFcomplexTFChimiaRF2014RF]aRFXX7SYV 1.3 30

165
–tudyFofFtheFredoxFpropertiesFofFsingletFπndFtripletF—risNXRXMSbipyridineOrutheniumNrrOFN⁶†uNbpyOY−XQOF
inFπqueousFsolutionFbyFfullFquπntumFπndFmixedFquπntumUclπssicπlFmoleculπrFdynπmicsFsimulπtionsTF
JournaldofdPhysicaldChemistrydBRF2014RFWWaRFYb[VSb

3.4 13

164 uessonsFfromFnπturecFcomputπtionπlFdesignFofFbiomimeticFcompoundsFπndFprocessesTFChimiaRF2014RF
]aRF]ZXS7 1.3 3

163 jssessingFtheFperformπnceFofFcomputπtionπlFmethodsFforFtheFpredictionFofFtheFgroundFstπteF
structureFofFπFcyclicFdecπpeptideTFInternationaldJournaldofdQuantumdChemistryRF2013RFWWYRFaVaSaWZ 2.1 12

162 †hodopsinFjbsorptionFfromFoirstFyrinciplescFkypπssingFlommonFyitfπllsTFJournaldofdChemicaldTheoryd
anddComputationRF2013RFbRFXZZWS[Z 6.4 71

161 wonπdiπbπticFπbFinitioFmoleculπrFdynπmicsFusingFlineπrSresponseFtimeSdependentFdensityFfunctionπlF
theoryTFOpendPhysicsRF2013RFWWRF 1.3 4

160 yhotodynπmicsFofFuysQS—rpFproteinFmotifscFhydrogenFbondsFensureFphotostπbilityTFFaradayd
DiscussionsRF2013RFW]YRFWabSXVYdFdiscussionFXZYS7[ 3.6 6

159 rnFsituFpπrπmeterisπtionFofF–llSmo—kFrepulsiveFpotentiπlsFbyFiterπtiveFkoltzmπnnFinversionTF
MoleculardPhysicsRF2013RFWWWRFY[b[SY]V7 1.7 24

158 WπggingFtheF—πilcFnssentiπlF†oleFofF–ubstrπteFolexibilityFinFojjqFlπtπlysisTFJournaldofdChemicald
TheorydanddComputationRF2013RFbRFWXVXSWY 6.4 19

157 rntricπciesFofFmescribingFWeπkFrnterπctionsFrnvolvingFqπlogenFjtomsFwithinFmensityFounctionπlF
—heoryTFJournaldofdChemicaldTheorydanddComputationRF2013RFbRFb[[S]Z 6.4 21

156 lhπrgeFtrπnsferFrelπxπtionFinFdonorâ��πcceptorFtypeFconjugπtedFmπteriπlsTFJournaldofdMaterialsd
ChemistrydCRF2013RFWRFXYVa 7.1 46

(2013-2014)
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155 vechπnismFtoFtriggerFunfoldingFinFxN]OFSπlkylguπnineSmwjFπlkyltrπnsferπseTFChemBioChemRF2013RF
WZRF7VYSWV 3.8 5

154 —rπjectorySbπsedFnonπdiπbπticFdynπmicsFwithFtimeSdependentFdensityFfunctionπlFtheoryTF
ChemPhysChemRF2013RFWZRFWYWZSZV 3.2 143

153 voleculπrFnngineeringFofFπFoluoreneFmonorFforFmyeS–ensitizedF–olπrFlellsTFChemistrydofdMaterialsRF
2013RFX[RFX7YYSX7Yb 9.6 136

152  nrπvellingFtheFyotentiπlFforFmithienopyrroleF–ensitizersFinFmyeS–ensitizedF–olπrFlellsTFChemistrydofd
MaterialsRF2013RFX[RFX]ZXSX]Za 9.6 47

151 —woFmisfoldingFroutesFforFtheFprionFproteinFπroundFpqFZT[TFPLoSdComputationaldBiologyRF2013RFbRFeWVVYV[75 18

150 uocπlFcontrolFtheoryFusingFtrπjectoryFsurfπceFhoppingFπndFlineπrSresponseFtimeSdependentFdensityF
functionπlFtheoryTFChimiaRF2013RF]7RFXWaSXW 1.3 6

149 —owπrdsFlompπtibilityFbetweenF†utheniumF–ensitizersFπndFlobπltFnlectrolytesFinFmyeS–ensitizedF
–olπrFlellsTFAngewandtedChemieRF2013RFWX[RFaabYSaab7 3.6 8

148 rntegrπtingFcomputπtionπlFmethodsFtoFretrofitFenzymesFtoFsyntheticFpπthwπysTFBiotechnologydandd
BioengineeringRF2012RFWVbRF[7XSaX 4.9 30

147 mirectedFevolutionFofFtheFsuicideFproteinFxâ�¶SπlkylguπnineSmwjFπlkyltrπnsferπseFforFincreπsedF
reπctivityFresultsFinFπnFπlkylπtedFproteinFwithFexceptionπlFstπbilityTFBiochemistryRF2012RF[WRFba]SbZ 3.2 55

146 rnsightsFintoFintrπstrπndFcrossSlinkFlesionsFofFmwjFfromFzvUvvFmoleculπrFdynπmicsFsimulπtionsTF
JournaldofdthedAmericandChemicaldSocietyRF2012RFWYZRFXWWWSb 16.4 57

145
jcidSinducedFdegrπdπtionFofFphosphorescentFdopπntsFforFxunmsFπndFitsFπpplicπtionFtoFtheF
synthesisFofFtrisSheterolepticFiridiumNrrrOFbisScyclometπlπtedFcomplexesTFInorganicdChemistryRF2012RF
[WRFXW[SXZ

5.1 147

144 –imulπtionsFofF·SrπyFπbsorptionFspectrπcFtheFeffectFofFtheFsolventTFPhysicaldChemistrydChemicald
PhysicsRF2012RFWZRFbZZZS[V 3.6 20

143 †oleFofFenvironmentFforFcπtπlysisFofFtheFmwjFrepπirFenzymeFvutàTFJournaldofdthedAmericandChemicald
SocietyRF2012RFWYZRFa]VaSW] 16.4 23

142
–tructureFπndFmynπmicsFofFuiquidFWπterFfromFπbFrnitioFvoleculπrFmynπmicsSlompπrisonFofFkuàyRF
yknRFπndFrevyknFmensityFounctionπlsFwithFπndFwithoutFvπnFderFWππlsFlorrectionsTFJournaldofd
ChemicaldTheorydanddComputationRF2012RFaRFYbVXSWV

6.4 207

141 wπnocompositesFlontπiningFweutrπlFklueFnmittingFlyclometπlπtedFrridiumNrrrOFnmittersFforFxxygenF
–ensingTFChemistrydofdMaterialsRF2012RFXZRFXYYVSXYYa 9.6 60

140 rnfluenceFofFhπlogenFπtomsFonFπFhomologousFseriesFofFbisScyclometπlπtedFiridiumNrrrOFcomplexesTF
InorganicdChemistryRF2012RF[WRF7bbSaWW 5.1 97

139 jF–impleFjpproπchFtoF†oomF—emperπtureFyhosphorescentFjllenylideneFlomplexesTFAngewandted
ChemieRF2012RFWXZRFaW[ZSaW[7 3.6 3

138 jFsimpleFπpproπchFtoFroomFtemperπtureFphosphorescentFπllenylideneFcomplexesTFAngewandted
ChemiedtdInternationaldEditionRF2012RF[WRFaVYVSY 16.4 18

Ursula Rˆ¶thlisberger
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137  ltrπfπstFπnisotropicFxSrπyFscπtteringFinFtheFcondensedFphπseTFNewdJournaldofdPhysicsRF2012RFWZRFWWYVVX 2.9 10

136 nxcitedFstπteFdynπmicsFwithFquπntumFtrπjectoriesTFChimiaRF2012RF]]RFW7ZS7 1.3 4

135
–tructureFπndFmynπmicsFofFuiquidFWπterFfromFπbFrnitioFvoleculπrFmynπmicsâ��lompπrisonFofFkuàyRF
yknRFπndFrevyknFmensityFounctionπlsFwithFπndFwithoutFvπnFderFWππlsFlorrectionsTFJournaldofd
ChemicaldTheorydanddComputationRF2012RFaRFYbVXSYbWV

6.4 105

134 rdentificπtionFofFclusteringFπrtifπctsFinFphotoπctivπtedFlocπlizπtionFmicroscopyTFNaturedMethodsRF
2011RFaRF[X7Sa 21.6 162

133 –econdπryF–tructureFjssignmentFofFjmyloidS˛†FyeptideF singFlhemicπlF–hiftsTFJournaldofdChemicald
TheorydanddComputationRF2011RF7RFW[[XS]Y 6.4 13

132 zuπntitπtiveFphotoFπctivπtedFlocπlizπtionFmicroscopycFunrπvelingFtheFeffectsFofFphotoblinkingTFPLoSd
ONERF2011RF]RFeXX]7a 3.7 202

131 vixedFquπntumFmechπnicπlUmoleculπrFmechπnicπlFNzvUvvOFsimulπtionsFofFπdiπbπticFπndF
nonπdiπbπticFultrπfπstFphenomenπTFChimiaRF2011RF][RFYYVSY 1.3 5

130 wonπdiπbπticFmoleculπrFdynπmicsFwithFsolventFeffectscFjFu†S—mmo—FzvUvvFstudyFofFrutheniumFNrrOF
trisFNbipyridineOFinFwπterTFChemicaldPhysicsRF2011RFYbWRFWVWSWVb 2.3 85

129 loldSionFspectroscopyFreveπlsFtheFintrinsicFstructureFofFπFdecπpeptideTFAngewandtedChemiedtd
InternationaldEditionRF2011RF[VRF[YaYS] 16.4 58

128 –tudiesFofFglutπthioneFtrπnsferπseFyWSWFboundFtoFπFplπtinumNrVOSbπsedFπnticπncerFcompoundFreveπlF
theFmoleculπrFbπsisFofFitsFπctivπtionTFChemistrydtdAdEuropeandJournalRF2011RFW7RF7aV]SW] 4.8 66

127 —rπjectorySbπsedFsolutionFofFtheFnonπdiπbπticFquπntumFdynπmicsFequπtionscFπnFonStheSflyFπpproπchF
forFmoleculπrFdynπmicsFsimulπtionsTFPhysicaldChemistrydChemicaldPhysicsRF2011RFWYRFYXYWS] 3.6 61

126 yushingFtheFfrontiersFofFfirstSprinciplesFbπsedFcomputerFsimulπtionsFofFchemicπlFπndFbiologicπlF
systemsTFChimiaRF2011RF][RF]]7S7W 1.3 16

125 yredictingFnovelFbindingFmodesFofFπgonistsFtoF˛†FπdrenergicFreceptorsFusingFπllSπtomFmoleculπrF
dynπmicsFsimulπtionsTFPLoSdComputationaldBiologyRF2011RF7RFeWVVWV[Y 5 33

124 qybridFzvUvvF–imulπtionsFofFnnzymeSlπtπlyzedFmwjF†epπirF†eπctionsF2010RF[W7S[Y[ 2

123 voleculπrFsimulπtionsFofFionFchπnnelscFπFquπntumFchemistMsFperspectiveTFJournaldofdGenerald
PhysiologyRF2010RFWY[RF[ZbS[Z 3.4 32

122 wonπdiπbπticFcouplingFvectorsFforFexcitedFstπtesFwithinFtimeSdependentFdensityFfunctionπlFtheoryF
inFtheF—πmmSmπncoffFπpproximπtionFπndFbeyondTFJournaldofdChemicaldPhysicsRF2010RFWYYRFWbZWVZ 3.9 90

121 uowFrnhibitingFyowerFofFw´•´•´•lxFkπsedFyeptidomimeticFlompoundsFπgπinstFqrVSWFyroteπsecFrnsightsF
fromFπFzvUvvF–tudyTFJournaldofdChemicaldTheorydanddComputationRF2010RF]RFWY]bSWY7b 6.4 8

120 loordinπtionFnumbersFofFtNQOFπndFwπNQOFronsFinsideFtheFselectivityFfilterFofFtheFtcsjFpotπssiumF
chπnnelcFinsightsFfromFfirstFprinciplesFmoleculπrFdynπmicsTFBiophysicaldJournalRF2010RFbaRFuZ7Sb 2.9 55

(2010-2012)
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119 vixedFquπntumSclπssicπlFdynπmicsFwithFtimeSdependentFexternπlFfieldscFjFtimeSdependentF
densitySfunctionπlStheoryFπpproπchTFPhysicaldReviewdARF2010RFaWRF 2.6 45

118 jFconservedFprotonπtionSinducedFswitchFcπnFtriggerFHionicSlockHFformπtionFinFπdrenergicFreceptorsTF
JournaldofdMoleculardBiologyRF2010RFYb7RFWYYbSZb 6.5 30

117 nlectronFlocπlizπtionFdynπmicsFinFtheFtripletFexcitedFstπteFofF⁶†uNbpyOY−XQFinFπqueousFsolutionTF
ChemistrydtdAdEuropeandJournalRF2010RFW]RF[aabSbZ 4.8 59

116 †eπctionsFofFπlkynesFwithF⁶†ullNcyclopentπdienylO−FcomplexescFtheFimportπntFfirstFstepsTFChemistrydtd
AdEuropeandJournalRF2010RFW]RFaZVVSb 4.8 46

115 xnFnonπdiπbπticFcouplingFvectorsFinFtimeSdependentFdensityFfunctionπlFtheoryTFJournaldofdChemicald
PhysicsRF2009RFWYWRFWb]WVW 3.9 73

114 jFzvUvvFinvestigπtionFofFthymineFdimerFrπdicπlFπnionFsplittingFcπtπlyzedFbyFmwjFphotolyπseTF
ChemPhysChemRF2009RFWVRFZVVSWV 3.2 67

113 wonSπdiπbπticFdynπmicsFusingFtimeSdependentFdensityFfunctionπlFtheorycFjssessingFtheFcouplingF
strengthsTFComputationaldanddTheoreticaldChemistryRF2009RFbWZRFXXSXb 56

112 qydrogenFbondingFdescribedFusingFdispersionScorrectedFdensityFfunctionπlFtheoryTFJournaldofd
PhysicaldChemistrydBRF2009RFWWYRFZ7X]SYX 3.4 55

111 mevelopingFrmprovedFlhπrgeF–etsFforFtheFvodelingFofFtheFtcsjFtNQOFlhπnnelF singFzvUvvF
nlectrostπticFyotentiπlsTFJournaldofdChemicaldTheorydanddComputationRF2009RF[RFXW7YSb 6.4 17

110 —uningFtheFnfficπcyFofF†utheniumNrrOSjreneFN†jy—jOFjntitumorFlompoundsFwithFoluorinπtedFjreneF
uigπndsTFOrganometallicsRF2009RFXaRF[V]WS[V7W 3.8 56

109 mispersionFlorrectedFjtomSlenteredFyotentiπlsFforFyhosphorusTFJournaldofdChemicaldTheorydandd
ComputationRF2009RF[RFXbYVSZ 6.4 15

108 jbFinitioFexcitedFstπteFpropertiesFπndFdynπmicsFofFπFprototypeFsigmπSbridgedSdonorSπcceptorF
moleculeTFJournaldofdPhysicaldChemistrydARF2009RFWWYRFb[b[S]VX 2.8 19

107 wewFpπrπdigmFinFmoleculπrFengineeringFofFsensitizersFforFsolπrFcellFπpplicπtionsTFJournaldofdthed
AmericandChemicaldSocietyRF2009RFWYWRF[bYVSZ 16.4 365

106 rmportπnceFofFvπnFderFWππlsFinterπctionsFinFliquidFwπterTFJournaldofdPhysicaldChemistrydBRF2009RFWWYRFWWX7SYW3.4 164

105 kindingFofForgπnometπllicFrutheniumNrrOFπnticπncerFcompoundsFtoFnucleobπsescFπFcomputπtionπlF
studyTFJournaldofdPhysicaldChemistrydARF2009RFWWYRFWWaaaSb7 2.8 32

104 xnFtheFprotonFtrπnsferFmechπnismFinFπmmoniπSbridgedF7ShydroxyquinolinecFπF—mmo—FmoleculπrF
dynπmicsFstudyTFPhysicaldChemistrydChemicaldPhysicsRF2009RFWWRFZ[ZbS[[ 3.6 26

103 wonπdiπbπticFcouplingFvectorsFwithinFlineπrFresponseFtimeSdependentFdensityFfunctionπlFtheoryTF
JournaldofdChemicaldPhysicsRF2009RFWYVRFWXZWV7 3.9 102

102 lombinedFzvUvvFπndFclπssicπlFmoleculπrFdynπmicsFstudyFofF⁶†uNbpyOY−XQFinFwπterTFJournaldofd
PhysicaldChemistrydBRF2009RFWWYRF77Y7SZZ 3.4 57
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101 jccurπteFmo—FmescriptionsFforFWeπkFrnterπctionsFofFvoleculesFlontπiningF–ulfurTFJournaldofd
ChemicaldTheorydanddComputationRF2009RF[RFXYSa 6.4 35

100 mescribingFweπkFinterπctionsFofFbiomoleculesFwithFdispersionScorrectedFdensityFfunctionπlFtheoryTF
PhysicaldChemistrydChemicaldPhysicsRF2008RFWVRFX7YVSZ 3.6 56

99 lomputπtionπlFstudyFofFthymineFdimerFrπdicπlFπnionFsplittingFinFtheFselfSrepπirFprocessFofFduplexF
mwjTFJournaldofdthedAmericandChemicaldSocietyRF2008RFWYVRFYZZYS[V 16.4 59

98 vixedFtimeSdependentFdensitySfunctionπlFtheoryUclπssicπlFtrπjectoryFsurfπceFhoppingFstudyFofF
oxirπneFphotochemistryTFJournaldofdChemicaldPhysicsRF2008RFWXbRFWXZWVa 3.9 165

97 mwjFstructurπlFdistortionsFinducedFbyFrutheniumSπreneFπnticπncerFcompoundsTFJournaldofdthed
AmericandChemicaldSocietyRF2008RFWYVRFWVbXWSa 16.4 88

96 jtomSlenteredFyotentiπlsFtoFmescribeFmispersionFoorcesFinFmensityFounctionπlF—heoryTFChimiaRF2008
RF]XRFXYWSXYZ 1.3 7

95 lopperFbindingFsitesFinFtheFlSterminπlFdomπinFofFmouseFprionFproteincFjFhybridFNzvUvvOF
moleculπrFdynπmicsFstudyTFProteins:dStructuresdFunctiondanddBioinformaticsRF2008RF7VRFWVaZSba 4.2 20

94 yπrπmeterizπtionFofFπzoleSbridgedFdinucleπrFplπtinumFπnticπncerFdrugsFviπFπFzvUvvFforceF
mπtchingFprocedureTFJournaldofdComputationaldChemistryRF2008RFXbRFYaSZb 3.5 30

93 yredictingFnoncovπlentFinterπctionsFbetweenFπromπticFbiomoleculesFwithF
uondonSdispersionScorrectedFmo—TFJournaldofdPhysicaldChemistrydBRF2007RFWWWRFWZYZ]S[Z 3.4 61

92 xpticπlFspectrπFofFluNrrOSπzurinFbyFhybridF—mmo—SmoleculπrFdynπmicsFsimulπtionsTFJournaldofdPhysicald
ChemistrydBRF2007RFWWWRFWVXZaS[X 3.4 36

91
–tructurπlFπndFnnergeticFyropertiesFofFxrgπnometπllicF†utheniumNrrOFmiπmineFjnticπncerF
lompoundsFπndF—heirFrnterπctionFwithFwucleobπsesTFJournaldofdChemicaldTheorydanddComputationRF
2007RFYRFWXWXSXX

6.4 24

90
WeπklyFkondedFlomplexesFofFjliphπticFπndFjromπticFlπrbonFlompoundsFmescribedFwithF
mispersionFlorrectedFmensityFounctionπlF—heoryTFJournaldofdChemicaldTheorydanddComputationRF2007RF
YRFW]7YSb

6.4 64

89 yrotonπtionFofFtheFchromophoreFinFtheFphotoπctiveFyellowFproteinTFJournaldofdPhysicaldChemistrydBRF
2007RFWWWRFY7][S7Y 3.4 16

88 —heFprotonπtionFstπteFofFtheFpluS7WUjspSaVFresiduesFinFtheFtcsjFpotπssiumFchπnnelcFπF
firstSprinciplesFzvUvvFmoleculπrFdynπmicsFstudyTFBiophysicaldJournalRF2007RFbYRFXYW[SXZ 2.9 32

87 oormπtionFofFkoronπteFnsterFyolymersFwithFnfficientFrntrπstrπndFlhπrgeS—rπnsferF—rπnsitionsFbyF
—hreeSlomponentF†eπctionsTFEuropeandJournaldofdInorganicdChemistryRF2007RFXVV7RF[W77S[WaW 2.3 59

86
lwmxucFjFfπstFπndFreliπbleFmethodFforFtheFcπlculπtionFofFelectronicFpropertiesFofFveryFlπrgeF
systemsTFjpplicπtionsFtoFretinπlFbindingFpocketFinFrhodopsinFπndFgπsFphπseFporphineTFJournaldofd
ChemicaldPhysicsRF2007RFWX7RFWZ[WVX

3.9 17

85 —rπjectoryFsurfπceFhoppingFwithinFlineπrFresponseFtimeSdependentFdensitySfunctionπlFtheoryTF
PhysicaldReviewdLettersRF2007RFbaRFVXYVVW 7.4 303

84 ptπFnstimπtionFofF†utheniumNrrOâ��jreneFy—jFlomplexesFπndFtheirFqydrolysisFyroductsFviπFπF
mo—UlontinuumFnlectrostπticsFjpproπchTFOrganometallicsRF2007RFX]RFYb]bSYb7[ 3.8 70

(2007-2009)
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83
jutomπtedFyπrπmetrizπtionFofFkiomoleculπrFoorceFoieldsFfromFzuπntumFvechπnicsUvoleculπrF
vechπnicsFNzvUvvOF–imulπtionsFthroughFoorceFvπtchingTFJournaldofdChemicaldTheorydandd
ComputationRF2007RFYRF]XaSYb

6.4 74

82 wv†FsolventFshiftsFofFπdenineFinFπqueousFsolutionFfromFhybridFzvUvvFmoleculπrFdynπmicsF
simulπtionsTFJournaldofdPhysicaldChemistrydBRF2007RFWWWRF[XX[SYX 3.4 33

81 jFcompπrπtiveFtheoreticπlFstudyFofFdipeptideFsolvπtionFinFwπterTFJournaldofdComputationald
ChemistryRF2006RFX7RF]7XSaZ 3.5 35

80
†oleFofFproteinFfrπmeFπndFsolventFforFtheFredoxFpropertiesFofFπzurinFfromFyseudomonπsF
πeruginosπTFProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF2006RF
WVYRFWb]ZWS]

11.5 126

79 vicrosolvπtionFeffectsFonFtheFexcitedSstπteFdynπmicsFofFprotonπtedFtryptophπnTFJournaldofdthed
AmericandChemicaldSocietyRF2006RFWXaRFW]bYaSZY 16.4 130

78 muocπrmycinsFbindingFtoFmwjFinvestigπtedFbyFmoleculπrFsimulπtionTFJournaldofdPhysicaldChemistrydBRF
2006RFWWVRFY]Z7S]V 3.4 25

77 rnfluenceFofFqydrogenSkondingF–ubstituentsFonFtheFlytotoxicityFofF†jy—jFlompoundsTF
OrganometallicsRF2006RFX[RF7[]S7][ 3.8 148

76 rnfluenceFofFuongS†πngeFnlectrostπticF—reπtmentsFonFtheFooldingFofFtheFwS—erminπlFqZFqistoneF—πilF
yeptideTFJournaldofdChemicaldTheorydanddComputationRF2006RFXRFXZ]S[V 6.4 26

75
nnπntioselectiveFyπllπdiumSlπtπlyzedFqydrosilylπtionFofF–tyrenec´ FrnfluenceFofFnlectronicFπndF–tericF
nffectsFonFnnπntioselectivityFπndFlπtπlystFmesignFviπFqybridFzvUvvFvoleculπrFmynπmicsF
–imulπtionsTFOrganometallicsRF2006RFX[RFWW[WSWW[7

3.8 23

74 yolπrizπtionFeffectsFπndFchπrgeFtrπnsferFinFtheFtcsjFpotπssiumFchπnnelTFBiophysicaldChemistryRF2006RF
WXZRFXbXSYVW 3.5 78

73 nvolutionπrilyFconservedFfunctionπlFmechπnicsFπcrossFpepsinSlikeFπndFretrovirπlFπspπrticFproteπsesTF
JournaldofdthedAmericandChemicaldSocietyRF2005RFWX7RFY7YZSZX 16.4 71

72 kindingFofFxrgπnometπllicF†utheniumNrrOFπndFxsmiumNrrOFlomplexesFtoFπnFxligonucleotidecFFjF
lombinedFvπssF–pectrometricFπndF—heoreticπlF–tudyâ� TFOrganometallicsRF2005RFXZRFXWWZSXWXY 3.8 198

71 –cπnningF†eπctiveFyπthwπysFwithFxrbitπlFkiπsedFvoleculπrFmynπmicsTFJournaldofdChemicaldTheoryd
anddComputationRF2005RFWRF[[ZS]V 6.4 8

70 voleculπrFdynπmicsFinFelectronicπllyFexcitedFstπtesFusingFtimeSdependentFdensityFfunctionπlF
theoryTFMoleculardPhysicsRF2005RFWVYRFb]YSbaW 1.7 120

69 VπriπtionπlFpπrticleFnumberFπpproπchFforFrπtionπlFcompoundFdesignTFPhysicaldReviewdLettersRF2005RF
b[RFW[YVVX 7.4 103

68 qydroxideFπndFprotonFmigrπtionFinFπquπporinsTFBiophysicaldJournalRF2005RFabRFW7ZZS[b 2.9 47

67 –olventFπndFproteinFeffectsFonFtheFstructureFπndFdynπmicsFofFtheFrhodopsinFchromophoreTF
ChemPhysChemRF2005RF]RFWaY]SZ7 3.2 62

66 ooldingFpπthwπysFforFinitiπtorFπndFeffectorFprocπspπsesFfromFcomputerFsimulπtionsTFProteins:d
StructuresdFunctiondanddBioinformaticsRF2005RF[bRF7][S7X 4.2 4
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65 jdvπncesFinFmensitySfunctionπlSbπsedFvodelingF—echniquesFâ��F†ecentFnxtensionsFofFtheF
lπrSyπrrinelloFjpproπchTFMethodsdanddPrinciplesdindMedicinaldChemistryRF2005RFYSYb 0.4

64 zvUvvF–imulπtionFofFtheFoirstF–tepFofFVisionF2005RFXY7SXZY
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