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322 zewGunsightsGintoGroldingTGyisfoldingTGandGzonfoldingGpynamicsGofGaG−−GpomainVGJournalgofg
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xysosomalGenzymeGtripeptidylGpeptidaseGYGdestabilizesGfibrillarGm˛†GbyGmultipleGendoproteolyticG
cleavagesGwithinGtheG˛†UsheetGdomainVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedg
StatesgofgAmericaTG2018TGYYaTGY]e[UY]ed

11.5 21

317
ooupledGmolecularGdynamicsGandGcontinuumGelectrostaticGmethodGtoGcomputeGtheGionizationGpwaNsG
ofGproteinsGasGaGfunctionGofGptVG—estGonGaGlargeGsetGofGproteinsVGJournalgofgBiomoleculargStructuregandg
DynamicsTG2018TG[bTGabYUac]

3.6 8

316 mGcomprehensiveGanalysisGofGtheGcomputedGtautomerGfractionsGofGtheGimidazoleGringGofGhistidinesGinG
xoligoGvulgarisVGJournalgofgBiomoleculargStructuregandgDynamicsTG2018TG[bTG[Xe]U[YXa 3.6 2

315 mnGanalysisGandGevaluationGofGtheG−eroldGcollaborativeGforGproteinGstructureGpredictionGandGitsG
pipelinesGinGom–PYYGandGom–PYZVGScientificgReportsTG2018TGdTGee[e 4.9 16

314 mGnewGproteinGnucleicUacidGcoarseUgrainedGforceGfieldGbasedGonGtheG z”q–GandGzm”q–UZPGforceG
fieldsVGJournalgofgComputationalgChemistryTG2018TG[eTGZ[bXUZ[cX 3.5 7

313 pependenceGofGtheGrormationGofG—auGandGm˛†GPeptideGyixedGmggregatesGonGtheG–econdaryG
–tructureGofGtheGzU—erminalG”egionGofGm˛†VGJournalgofgPhysicalgChemistrygBTG2018TGYZZTGcX]eUcXab 3.4 13

312 –equenceUTGstructureUTGandGdynamicsUbasedGcomparisonsGofGstructurallyGhomologousGoheβUlikeG
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311 ximitingG°aluesGofGtheGoneUbondGoUtG–pinU–pinGoouplingGoonstantsGofGtheGumidazoleG”ingGofG
tistidineGatGtighUptVGJournalgofgMoleculargStructureTG2017TGYY[]TGacbUadY 3.4 3

310
–impleGPhysicsUnasedGmnalyticalGrormulasGforGtheGPotentialsGofGyeanGrorceGofGtheGunteractionGofG
mminoGmcidG–ideGohainsGinG−aterVG°uuVGohargedUtydrophobicWPolarGandGPolarUtydrophobicWPolarG
–ideGohainsVGJournalgofgPhysicalgChemistrygBTG2017TGYZYTG[ceU[eX

3.4 16

309 pynamicsGofGpisulfideUnondGpisruptionGandGrormationGinGtheG—hermalG nfoldingGofG”ibonucleaseGmVG
JournalgofgChemicalgTheorygandgComputationTG2017TGY[TGacZYUac[X 6.4 7

308 yaximumGxikelihoodGoalibrationGofGtheG z”q–GrorceGrieldGforG–imulationGofGProteinG–tructureGandG
pynamicsVGJournalgofgChemicalgInformationgandgModelingTG2017TGacTGZ[b]UZ[cc 6.1 33

307 qlucidatingGumportantG–itesGandGtheGyechanismGforGmmyloidGribrilGrormationGbyGooarseUsrainedG
yolecularGpynamicsVGACSgChemicalgNeuroscienceTG2017TGdTGZXYUZXe 5.7 22

306 qliminatingGaGProteinGroldingGuntermediateGbyG—uningGaGxocalGtydrophobicGoontactVGJournalgofg
PhysicalgChemistrygBTG2017TGYZYTG[ZcbU[Zd] 3.4 4

305 seorgeGtessfGmGscientificGappreciationVGProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaTG2016TGYY[TGY]bbUc 11.5
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AcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2016TGYY[TGYdXdUYX 11.5 7

303 petectionGofGmethylationTGacetylationGandGglycosylationGofGproteinGresiduesGbyGmonitoringGOY[PoG
chemicalUshiftGchangesfGmGquantumUchemicalGstudyVGPeerJTG2016TG]TGeZZa[ 3.1 3

302 PerformanceGofGproteinUstructureGpredictionsGwithGtheGphysicsUbasedG z”q–GforceGfieldGinGom–PYYVG
BioinformaticsTG2016TG[ZTG[ZcXU[Zcd 7.2 36

301 yolecularGdynamicsGofGproteinGmGandGaG−−GdomainGwithGaGunitedUresidueGmodelGincludingG
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298 zewGunsightsGintoGProteinGO nProldingGpynamicsVGJournalgofgPhysicalgChemistrygLettersTG2015TGbTGYXdZUb 6.4 20

297
mlternativeGapproachGtoGproteinGstructureGpredictionGbasedGonGsequentialGsimilarityGofGphysicalG
propertiesVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2015TG
YYZTGaXZeU[Z

11.5 14

296 PreventingGfibrilGformationGofGaGproteinGbyGselectiveGmutationVGProceedingsgofgthegNationalgAcademyg
ofgSciencesgofgthegUnitedgStatesgofgAmericaTG2015TGYYZTGY[a]eUa] 11.5 16

295 ‘ptimizationGofGaGzucleicGmcidsGunitedU”q–idueGZUPointGmodelGOzm”q–UZPPGwithGaG
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294
yolecularGmodelingGofGtheGbindingGmodesGofGtheGironUsulfurGproteinGtoGtheGvacYGcoUchaperoneGfromG
–accharomycesGcerevisiaeGbyGallUatomGandGcoarseUgrainedGapproachesVGProteins:gStructureugFunctiong
andgBioinformaticsTG2015TGd[TGY]Y]UZb
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293
PhysicsUbasedGpotentialsGforGtheGcouplingGbetweenGbackboneUGandGsideUchainUlocalGconformationalG
statesGinGtheG zitedG”q–idueGO z”q–PGforceGfieldGforGproteinGsimulationsVGJournalgofgChemicalgTheoryg
andgComputationTG2015TGYYTGdYcU[Y

6.4 34

292
tomologGdetectionGusingGglobalGsequenceGpropertiesGsuggestsGanGalternateGviewGofGstructuralG
encodingGinGproteinGsequencesVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesg
ofgAmericaTG2014TGYYYTGaZZaUe

11.5 12

291 pzmGpuplexGrormationGwithGaGooarseUsrainedGyodelVGJournalgofgChemicalgTheorygandgComputationTG
2014TGYXTGaXZXUaX[a 6.4 27

290
”evisedGnackboneU°irtualUnondUmngleGPotentialsGtoG—reatGtheGlUGandGdUmminoGmcidG”esiduesGinGtheG
ooarseUsrainedG nitedG”esidueGO z”q–PGrorceGrieldVGJournalgofgChemicalgTheorygandgComputationTG
2014TGYXTGZYe]UZZX[

6.4 16

289 mccountingGforGaGmirrorUimageGconformationGasGaGsubtleGeffectGinGproteinGfoldingVGProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2014TGYYYTGd]adUb[ 11.5 17

288 mreGaccurateGcomputationsGofGtheGY[oNGshieldingGfeasibleGatGtheGpr—GlevelGofGtheorykVGJournalgofg
ComputationalgChemistryTG2014TG[aTG[XeUYZ 3.5 2

287 winksTGloopsTGandGproteinGfoldingTGwithGproteinGmGasGanGexampleVGJournalgofgChemicalgPhysicsTG2014TG
Y]XTGXZaYXY 3.9 17

286
roldingGkineticsGofG−−GdomainsGwithGtheGunitedGresidueGforceGfieldGforGbridgingGmicroscopicG
motionsGandGexperimentalGmeasurementsVGProceedingsgofgthegNationalgAcademygofgSciencesgofgtheg
UnitedgStatesgofgAmericaTG2014TGYYYTGYdZ][Ud

11.5 27

285
umprovementGofGtheGtreatmentGofGloopGstructuresGinGtheG z”q–GforceGfieldGbyGinclusionGofGcouplingG
betweenGbackboneUGandGsideUchainUlocalGconformationalGstatesVGJournalgofgChemicalgTheorygandg
ComputationTG2013TGeTG

6.4 29

284 mGgeneralizedGsU–rqpGcontinuumGsolvationGfreeGenergyGcalculationGmodelVGProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2013TGYYXTGqbbZUc 11.5 8

283 xocalGvsGglobalGmotionsGinGproteinGfoldingVGJournalgofgChemicalgTheorygandgComputationTG2013TGeTGZeXcUZeZY6.4 14

282 xessonsGfromGapplicationGofGtheG z”q–GforceGfieldGtoGpredictionsGofGstructuresGofGom–PYXGtargetsVG
ProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2013TGYYXTGY]e[bU]Y 11.5 54

281 qxtensionGofG z”q–GforceGfieldGtoGtreatGpolypeptideGchainsGwithGpUaminoUacidGresiduesVGJournalgofg
ChemicalgTheorygandgComputationTG2012TGdTG]c]bU]cac 6.4 18

280 qffectsGofGmutationTGtruncationTGandGtemperatureGonGtheGfoldingGkineticsGofGaG−−GdomainVGJournalg
ofgMoleculargBiologyTG2012TG]ZXTG[aXUba 6.5 14

279 ooexistenceGofGphasesGinGaGproteinGheterodimerVGJournalgofgChemicalgPhysicsTG2012TGY[cTGX[aYXY 3.9 19

278
mnomalousGdiffusionGandGdynamicalGcorrelationGbetweenGtheGsideGchainsGandGtheGmainGchainGofG
proteinsGinGtheirGnativeGstateVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaTG2012TGYXeTGYX[]bUaY

11.5 28

277 ohe–hiftUZfGgraphicGvalidationGofGproteinGstructuresVGBioinformaticsTG2012TGZdTGYa[dUe 7.2 19

276 ”espiceTGadspiceTGandGprospiceVGAnnualgReviewgofgBiophysicsTG2011TG]XTGYU[e 21.1 7
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275 ”ibonucleasesGasGyodelsGforG nderstandingGProteinGroldingVGNucleicgAcidsgandgMoleculargBiologyTG
2011TG[bcU[ec 3

274 —owardsG—emperatureGpependentGooarseUgrainedGPotentialGofG–ideUchainGunteractionsGforGProteinG
roldingG–imulationsG2010TG 3

273
zonexponentialGdecayGofGinternalGrotationalGcorrelationGfunctionsGofGnativeGproteinsGandGselfUsimilarG
structuralGfluctuationsVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaTG2010TGYXcTGYed]]Ue

11.5 27

272 unvestigationGofGproteinGfoldingGbyGcoarseUgrainedGmolecularGdynamicsGwithGtheG z”q–GforceGfieldVG
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271 ”elationGbetweenGfreeGenergyGlandscapesGofGproteinsGandGdynamicsVGJournalgofgChemicalgTheorygandg
ComputationTG2010TGbTGad[Uaea 6.4 85
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266 qxploringGtheGparameterGspaceGofGtheGcoarseUgrainedG z”q–GforceGfieldGbyGrandomGsearchfGselectingG
aGtransferableGmediumUresolutionGforceGfieldVGJournalgofgComputationalgChemistryTG2009TG[XTGZYZcU[a 3.5 61

265 mpplicationGofGyultiplexedG”eplicaGqxchangeGyolecularGpynamicsGtoGtheG z”q–GrorceGrieldfG—estsG
withGalphaGandGalphaSbetaGProteinsVGJournalgofgChemicalgTheorygandgComputationTG2009TGaTGbZcUb]X 6.4 78

264 PrincipalGcomponentGanalysisGforGproteinGfoldingGdynamicsVGJournalgofgMoleculargBiologyTG2009TG[daTG[YZUZe6.5 224

263 towGmainUchainsGofGproteinsGexploreGtheGfreeUenergyGlandscapeGinGnativeGstatesVGProceedingsgofgtheg
NationalgAcademygofgSciencesgofgthegUnitedgStatesgofgAmericaTG2008TGYXaTGYecXdUY[ 11.5 50

262 rromGhelixUcoilGtransitionsGtoGproteinGfoldingVGBiopolymersTG2008TGdeTG]ceUda 2.2 10

261 yolecularGdynamicsGwithGtheG nitedUresidueGforceGfieldfGabGinitioGfoldingGsimulationsGofGmultichainG
proteinsVGJournalgofgPhysicalgChemistrygBTG2007TGYYYTGZe[U[Xe 3.4 43

260 PredictingGY[oalphaGchemicalGshiftsGforGvalidationGofGproteinGstructuresVGJournalgofgBiomolecularg
NMRTG2007TG[dTGZZYU[a 3 36

259 PredictingG—hreeUpimensionalG–tructuresGofG‘ligopeptidesVGReviewsgingComputationalgChemistryTG
2007TGc[UY]Z 14

258
yodificationGandGoptimizationGofGtheGunitedUresidueGO z”q–PGpotentialGenergyGfunctionGforG
canonicalGsimulationsVGuVG—emperatureGdependenceGofGtheGeffectiveGenergyGfunctionGandGtestsGofGtheG
optimizationGmethodGwithGsingleGtrainingGproteinsVGJournalgofgPhysicalgChemistrygBTG2007TGYYYTGZbXUda
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257 ProteinUfoldingGdynamicsfGoverviewGofGmolecularGsimulationGtechniquesVGAnnualgReviewgofgPhysicalg
ChemistryTG2007TGadTGacUd[ 15.7 278

256 —tqGqrrqo—G‘rG–‘x —q–G‘zG—tqG–—” o— ”qG‘rG−m—q”GmzpGu—–GuyPxuom—u‘z–Gr‘”GP”‘—quzG
–—” o— ”qRVGAnnalsgofgthegNewgYorkgAcademygofgSciencesTG2006TGYZaTGZa[UZcb 6.5 39

255 mGnewGforceGfieldGOqoqPPUXaPGforGpeptidesTGproteinsTGandGorganicGmoleculesVGJournalgofgPhysicalg
ChemistrygBTG2006TGYYXTGaXZaU]] 3.4 96

254 mGlocalizedGspecificGinteractionGaltersGtheGunfoldingGpathwaysGofGstructuralGhomologuesVGJournalgofg
thegAmericangChemicalgSocietyTG2006TGYZdTGYZX]UY[ 16.4 25

253 oomparisonGofGtwoGapproachesGtoGpotentialGofGmeanGforceGcalculationsGofGhydrophobicGassociationfG
particleGinsertionGandGweightedGhistogramGanalysisGmethodsVGMoleculargPhysicsTG2005TGYX[TG[Ya[U[Ybc 1.7 18

252
yolecularGdynamicsGwithGtheGunitedUresidueGmodelGofGpolypeptideGchainsVGuuVGxangevinGandG
nerendsenUbathGdynamicsGandGtestsGonGmodelGalphaUhelicalGsystemsVGJournalgofgPhysicalgChemistrygBTG
2005TGYXeTGY[cedUdYX

3.4 121

251
yolecularGdynamicsGwithGtheGunitedUresidueGmodelGofGpolypeptideGchainsVGuVGxagrangeGequationsGofG
motionGandGtestsGofGnumericalGstabilityGinGtheGmicrocanonicalGmodeVGJournalgofgPhysicalgChemistrygBTG
2005TGYXeTGY[cdaUec

3.4 101

250
mbGinitioGsimulationsGofGproteinUfoldingGpathwaysGbyGmolecularGdynamicsGwithGtheGunitedUresidueG
modelGofGpolypeptideGchainsVGProceedingsgofgthegNationalgAcademygofgSciencesgofgthegUnitedgStatesgofg
AmericaTG2005TGYXZTGZ[bZUc

11.5 230

249 —heGthrombinUfibrinogenGinteractionVGBiophysicalgChemistryTG2004TGYYZTGYYcU[X 3.5 66

248 ‘ptimizationGofGtheG z”q–GrorceGrieldGbyGtierarchicalGpesignGofGtheGPotentialUqnergyGxandscapeVGZVG
‘ffUxatticeG—estsGofGtheGyethodGwithG–ingleGProteinsVGJournalgofgPhysicalgChemistrygBTG2004TGYXdTGYbe[]UYbe]e3.4 64

247 ‘ptimizationGofGtheG z”q–GrorceGrieldGbyGtierarchicalGpesignGofGtheGPotentialUqnergyGxandscapeVG[VG
 seGofGyanyGProteinsGinG‘ptimizationVGJournalgofgPhysicalgChemistrygBTG2004TGYXdTGYbeaXUYbeae 3.4 70

246
perivationGofGaGzewGrorceGrieldGforGorystalU–tructureGPredictionG singGslobalG‘ptimizationfGG
zonbondedGPotentialGParametersGforGmminesTGumidazolesTGmmidesTGandGoarboxylicGmcidsVGJournalgofg
PhysicalgChemistrygBTG2004TGYXdTGYZYdYUYZYeb

3.4 17

245 pissimilarityGinGtheGreductiveGunfoldingGpathwaysGofGtwoGribonucleaseGhomologuesVGJournalgofg
MoleculargBiologyTG2004TG[[dTGceaUdXe 6.5 29

244 PaulGvGrloryGâ��G—heGmanGwhoGlaidGtheGfoundationsGofGmodernGpolymerGscienceG2003TGdTGZUa

243 mminoGmcidG”esiduesGatGProteinâ��ProteinGunterfacesfGG−hyGusGPropensityGsoGpifferentGfromG”elativeG
mbundancekVGJournalgofgPhysicalgChemistrygBTG2003TGYXcTGeeZeUee[Z 3.4 12

242
perivationGofGaGzewGrorceGrieldGforGorystalU–tructureGPredictionG singGslobalG‘ptimizationfGG
zonbondedGPotentialGParametersGforGtydrocarbonsGandGmlcoholsVGJournalgofgPhysicalgChemistrygBTG
2003TGYXcTGcY][UcYa]

3.4 23

241 qvolutionGofGphysicsUbasedGmethodologyGforGexploringGtheGconformationalGenergyGlandscapeGofG
proteinsVGJournalgofgComputationalgChemistryTG2002TGZ[TGZdU[] 3.5 21

240 telixUcoilGtransitionsGreUvisitedVGBiophysicalgChemistryTG2002TGYXYUYXZTGZaaUba 3.5 51
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239 oanGcooperativityGinGhydrophobicGassociationGbeGreproducedGcorrectlyGbyGimplicitGsolvationG
modelskRVGInternationalgJournalgofgQuantumgChemistryTG2002TGddTG]YUaa 2.1 36

238 qxactGsolutionsGforGchemicalGbondGorientationsGfromGresidualGdipolarGcouplingsVGJournalgofg
BiomoleculargNMRTG2002TGZZTGY[cUaY 3 28

237
oommentGonGâ��mntiUcooperativityGinGhydrophobicGinteractionsfGmGsimulationGstudyGofGspatialG
dependenceGofGthreeUbodyGeffectsGandGbeyondâ��GσvVGohemVGPhysVGYYaTGY]Y]GOZXXYP]VGJournalgofg
ChemicalgPhysicsTG2002TGYYbTGZbbaUZbbc

3.9 18

236 rormationGofGtheGhydrophobicGcoreGofGribonucleaseGmGthroughGsequentialGcoordinatedG
conformationalGtransitionsVGBiochemistryTG2002TG]YTGY]ZZaU[Y 3.2 13

235 unfluenceGofGlysineGcontentGandGptGonGtheGstabilityGofGalanineUbasedGcopolypeptidesVGBiopolymersTG
2001TGadTGZ[aU]b 2.2 26

234 oumulantUbasedGexpressionsGforGtheGmultibodyGtermsGforGtheGcorrelationGbetweenGlocalGandG
electrostaticGinteractionsGinGtheGunitedUresidueGforceGfieldVGJournalgofgChemicalgPhysicsTG2001TGYYaTGZ[Z[UZ[]c3.9 209

233 qffectGofGmutationGofGprolineGe[GonGredoxGunfoldingWfoldingGofGbovineGpancreaticGribonucleaseGmVG
BiochemistryTG2001TG]XTGda[bU]Y 3.2 12

232
roldingGofGaGdisulfideUbondedGproteinGspeciesGwithGfreeGthiolOsPfGcompetitionGbetweenG
conformationalGfoldingGandGdisulfideGreshufflingGinGanGintermediateGofGbovineGpancreaticG
ribonucleaseGmVGBiochemistryTG2001TG]XTGYaXXZUd

3.2 22

231 oouplingGofGconformationalGfoldingGandGdisulfideUbondGreactionsGinGoxidativeGfoldingGofGproteinsVG
BiochemistryTG2001TG]XTGeXaeUb] 3.2 95

230
pistributionsGofGintramolecularGdistancesGinGtheGreducedGandGdenaturedGstatesGofGbovineGpancreaticG
ribonucleaseGmVGroldingGinitiationGstructuresGinGtheGoUterminalGportionsGofGtheGreducedGproteinVG
BiochemistryTG2001TG]XTGYXaUYd

3.2 89

229 unfluenceGofGlysineGcontentGandGPtGonGtheGstabilityGofGalanineUbasedGcopolypeptidesG2001TGadTGZ[a 2

228 –olutionGzy”GevidenceGforGaGcisG—yrUmlaGpeptideGgroupGinGtheGstructureGofGσProe[mla]GbovineG
pancreaticGribonucleaseGmVGProteingScienceTG2000TGeTG]ZYUb 6.3 10

227 tierarchicalGenergyUbasedGapproachGtoGproteinUstructureGpredictionfGnlindUtestGevaluationGwithG
om–P[GtargetsVGInternationalgJournalgofgQuantumgChemistryTG2000TGccTGeXUYYc 2.1 35

226 yolecularGsimulationGstudyGofGcooperativityGinGhydrophobicGassociationVGProteingScienceTG2000TGeTGYZ[aU]a6.3 87

225 rormationGofGnativeGstructureGbyGintermolecularGthiolUdisulfideGexchangeGreactionsGwithoutG
oxidantsGinGtheGfoldingGofGbovineGpancreaticGribonucleaseGmVGFEBSgLettersTG2000TG]cYTGYccUdY 3.8 12

224 mccelerationGofGoxidativeGfoldingGofGbovineGpancreaticGribonucleaseGmGbyGanionUinducedGstabilizationG
andGformationGofGstructuredGnativeUlikeGintermediatesVGFEBSgLettersTG2000TG]cZTGbcUcZ 3.8 11

223 pisulfideGbondsGandGproteinGfoldingVGBiochemistryTG2000TG[eTG]ZXcUYb 3.2 487
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”eplyGtoGâ��oommentGonGâ��orystalG–tructureGPredictionGbyGslobalG‘ptimizationGasGaG—oolGforGqvaluatingG
PotentialsfGG”oleGofGtheGpipoleGyomentGoorrectionG—ermGinG–uccessfulGPredictionsNâ��GbyGnVGPVGvanGqijckG
andGvVGwroonVGJournalgofgPhysicalgChemistrygBTG2000TGYX]TGdXeXUdXeZ

3.4 7

(2000-2002)
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221 uonGPairGunteractionsGinGmqueousG–olutionf´ G–elfUoonsistentG”eactionGrieldGO–o”rPGoalculationsGwithG
–omeGqxplicitG−aterGyoleculesVGJournalgofgPhysicalgChemistrygATG2000TGYX]TGbaXaUbaXe 2.8 35

220 ‘xidativeGfoldingGofGproteinsVGAccountsgofgChemicalgResearchTG2000TG[[TGdXaUYZ 24.3 174

219 tierarchicalGenergyUbasedGapproachGtoGproteinUstructureGpredictionfGnlindUtestGevaluationGwithG
om–P[GtargetsG2000TGccTGeX 1

218 PredictionGofGproteinGstructureGusingGaGknowledgeUbasedGoffUlatticeGunitedUresidueGforceGfieldGandG
globalGoptimizationGmethodsVGTheoreticalgChemistrygAccountsTG1999TGYXYTGYbUZX 1.9 21

217
oonformationalGspaceGannealingGbyGparallelGcomputationsfGqxtensiveGconformationalGsearchGofG
yetUenkephalinGandGofGtheGZXUresidueGmembraneUboundGportionGofGmelittinVGInternationalgJournalgofg
QuantumgChemistryTG1999TGcaTGZaaUZba

2.1 69

216
rlexibleGdockingGsimulationsfG–caledGcollectiveGvariableGyonteGoarloGminimizationGapproachGusingG
nezierGsplinesTGandGcomparisonGwithGaGstandardGyonteGoarloGalgorithmVGJournalgofgComputationalg
ChemistryTG1999TGZXTGZ]]UZaZ

3.5 20

215 ProdockfG–oftwareGpackageGforGproteinGmodelingGandGdockingVGJournalgofgComputationalgChemistryTG
1999TGZXTG]YZU]Zc 3.5 91

214 qxactGanalyticalGloopGclosureGinGproteinsGusingGpolynomialGequationsVGJournalgofgComputationalg
ChemistryTG1999TGZXTGdYeUd]] 3.5 81

213 oalculationGofGproteinGconformationGbyGglobalGoptimizationGofGaGpotentialGenergyGfunctionVGProteins:g
StructureugFunctiongandgBioinformaticsTG1999TG[cTGZX]UZXd 4.2 82

212
zewGgeneralGapproachGforGdeterminingGtheGsolutionGstructureGofGaGligandGboundGweaklyGtoGaG
receptorfGstructureGofGaGfibrinogenGmalphaUlikeGpeptideGboundGtoGthrombinGO–YeamPGobtainedGusingG
z‘qGdistanceGconstraintsGandGanGqoqPPW[GflexibleGdockingGprogramVGProteins:gStructureugFunctiong
andgBioinformaticsTG1999TG[]TGZeU]d

4.2 19

211 slobalGoptimizationGofGclustersTGcrystalsTGandGbiomoleculesVGScienceTG1999TGZdaTGY[bdUcZ 33.3 881

210 qffectGofGproteinGdisulfideGisomeraseGonGtheGregenerationGofGbovineGribonucleaseGmGwithG
dithiothreitolVGFEBSgLettersTG1999TG]abTGY][Ua 3.8 9

209 —woGnewGstructuredGintermediatesGinGtheGoxidativeGfoldingGofG”zaseGmVGFEBSgLettersTG1999TG]bXTG]ccUe 3.8 44

208 oonformationalGunfoldingGstudiesGofGthreeUdisulfideGmutantsGofGbovineGpancreaticGribonucleaseGmG
andGtheGcouplingGofGprolineGisomerizationGtoGdisulfideGredoxGreactionsVGBiochemistryTG1999TG[dTGZdXaUYa 3.2 34

207
oomparisonGofGlocalGandGglobalGstabilityGofGanGanalogueGofGaGdisulfideUfoldingGintermediateGwithG
thoseGofGtheGwildUtypeGproteinGinGbovineGpancreaticGribonucleaseGmfGidentificationGofGspecificGregionsG
ofGstableGstructureGalongGtheGoxidativeGfoldingGpathwayVGBiochemistryTG1999TG[dTGYb][ZU]Z

3.2 14

206 pistributionGofGdisulfideGbondsGinGtheGtwoUdisulfideGintermediatesGinGtheGregenerationGofGbovineG
pancreaticGribonucleaseGmfGfurtherGinsightsGintoGtheGfoldingGprocessVGBiochemistryTG1999TG[dTGcZd]Ue[ 3.2 50

205 oalculationGofGproteinGconformationGbyGglobalGoptimizationGofGaGpotentialGenergyGfunctionVGProteins:g
StructureugFunctiongandgBioinformaticsTG1999TG–upplG[TGZX]Ud 4.2 21

204
—hrombinGspecificityfGfurtherGevidenceGforGtheGimportanceGofGtheGbetaUinsertionGloopGandG—rpebVG
umplicationsGofGtheGhydrophobicGinteractionGbetweenG—rpebGandGProbXnGProbXoGforGtheGactivityGofG
thrombinVGThegProteingJournalTG1998TGYcTGYecUZXd

5
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203 oonformationalGanalysisGofGtheGZXUresidueGmembraneUboundGportionGofGmelittinGbyGconformationalG
spaceGannealingVGBiopolymersTG1998TG]bTGYX[UYb 2.2 66

202 zewGdevelopmentsGofGtheGelectrostaticallyGdrivenGyonteGoarloGmethodfGtestGonGtheG
membraneUboundGportionGofGmelittinVGBiopolymersTG1998TG]bTGYYcUZb 2.2 44

201 nUsplineGmethodGforGenergyGminimizationGinGgridUbasedGmolecularGmechanicsGcalculationsVGJournalgofg
ComputationalgChemistryTG1998TGYeTGcYUda 3.5 22

200 orystalGstructuresGofGtwoGmutantsGthatGhaveGimplicationsGforGtheGfoldingGofGbovineGpancreaticG
ribonucleaseGmVGProteingScienceTG1998TGcTGYZaaUd 6.3 36

199 piffusionGqquationGandGpistanceG–calingGyethodsGofGslobalG‘ptimizationf´ GmpplicationsGtoGorystalG
–tructureGPredictionVGJournalgofgPhysicalgChemistrygATG1998TGYXZTGZeX]UZeYd 2.8 40

198 ”egenerationGofGbovineGpancreaticGribonucleaseGmfGidentificationGofGtwoGnativelikeGthreeUdisulfideG
intermediatesGinvolvedGinGseparateGpathwaysVGBiochemistryTG1998TG[cTG[cbXUb 3.2 96

197 oomputationGofGtheG–tructureUpependentGpwaG–hiftsGinGaGPolypentapeptideGofGtheGPolyσfvOuPs°sPTG
fqOuPsqsP]GramilyVGJournalgofgPhysicalgChemistrygBTG1998TGYXZTG[XbaU[Xbc 3.4 10

196
”egenerationGofGthreeUdisulfideGmutantsGofGbovineGpancreaticGribonucleaseGmGmissingGtheGbaUcZG
disulfideGbondfGcharacterizationGofGaGminorGfoldingGpathwayGofGribonucleaseGmGandGkineticGrolesGofG
oysbaGandGoyscZVGBiochemistryTG1998TG[cTG]]eXUaXY

3.2 51

195 —heoryGofG—woU–tateGoooperativeGroldingGofGProteinsVGAccountsgofgChemicalgResearchTG1998TG[YTG][[U]]X 24.3 28

194 oharacterizationGofGyultipleG”eductionGPathwaysGofGProteinsGinGtheGPresenceGofGaGpenaturantVG
JournalgofgthegAmericangChemicalgSocietyTG1998TGYZXTGadXbUadXc 16.4 6

193 wineticGfoldingGpathwayGofGaGthreeUdisulfideGmutantGofGbovineGpancreaticGribonucleaseGmGmissingGtheG
σ]XUea]GdisulfideGbondVGBiochemistryTG1998TG[cTGcabYUcY 3.2 44

192 mnG nusualGmdductGofGpithiothreitolGwithGaGPairGofGoysteineG”esiduesGofGaGProteinGasGaG–tableG
roldingGuntermediateVGJournalgofgthegAmericangChemicalgSocietyTG1998TGYZXTGZbbdUZbbe 16.4 14

191 ”egenerationGofGbovineGpancreaticGribonucleaseGmfGdetailedGkineticGanalysisGofGtwoGindependentG
foldingGpathwaysVGBiochemistryTG1998TG[cTG[cbcUcb 3.2 80

190 —heoryGofGhydrophobicGinteractionsVGJournalgofgBiomoleculargStructuregandgDynamicsTG1998TGYbTG]]cUbX 3.6 68

189 yacromolecularGconformationalGdynamicsGinGtorsionalGangleGspaceVGJournalgofgChemicalgPhysicsTG
1998TGYXdTGZcYUZdb 3.9 43

188 nrownianGdynamicsGsimulationsGofGproteinGfoldingVGJournalgofgChemicalgPhysicsTG1998TGYXdTGZdcU[XX 3.9 37

187  seGofGsequenceUspecificGtriUblockGcopolymersGtoGdetermineGtheGhelixUformingGtendenciesGofGaminoG
acidsVGBiopolymersTG1998TG[eTGa[YUa[b 2.2 6

186 oharacterizationGofGfoldableGproteinGmodelsfG—hermodynamicsTGfoldingGkineticsGandGforceGfieldVG
JournalgofgChemicalgPhysicsTG1997TGYXcTGdXdeUdYXZ 3.9 19

(1997-1998)
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185 wineticGstudiesGofGtheGregenerationGofGrecombinantGhirudinGvariantGYGwithGoxidizedGandGreducedG
dithiothreitolVGBiochemistryTG1997TG[bTGZYa]Uba 3.2 28

184 ”egenerationGstudiesGofGanGanalogGofGribonucleaseGmGmissingGdisulfideGbondsGbaUcZGandG]XUeaVG
BiochemistryTG1997TG[bTGY[XbdUcb 3.2 14

183 mGfastGadaptiveGmultigridGboundaryGelementGmethodGforGmacromolecularGelectrostaticG
computationsGinGaGsolventVGJournalgofgComputationalgChemistryTG1997TGYdTGabeUad[ 3.5 113

182 mnGassessmentGofGtheGaccuracyGofGtheG””us–GhydrationGpotentialfGoomparisonGtoGsolutionsGofGtheG
Poissonâ��noltzmannGequationVGJournalgofgComputationalgChemistryTG1997TGYdTGYXcZUYXcd 3.5 7

181 ‘ptimizingGPotentialGrunctionsGforGProteinGroldingVGThegJournalgofgPhysicalgChemistryTG1996TGYXXTGY]a]XUY]a]d 41

180 ”oleGofGnonUnativeGaromaticGandGhydrophobicGinteractionsGinGtheGfoldingGofGhenGeggGwhiteGlysozymeVG
BiochemistryTG1996TG[aTGY[cecUdXc 3.2 93

179 wineticGandGthermodynamicGstudiesGofGtheGfoldingWunfoldingGofGaGtryptophanUcontainingGmutantGofG
ribonucleaseGmVGBiochemistryTG1996TG[aTGYZecdUeZ 3.2 42

178 –tructureGofGaGhydrophobicallyGcollapsedGintermediateGonGtheGconformationalGfoldingGpathwayGofG
ribonucleaseGmGprobedGbyGhydrogenUdeuteriumGexchangeVGBiochemistryTG1996TG[aTGYYc[]U]b 3.2 56

177 roldingGandGunfoldingGkineticsGofGtheGprolineUtoUalanineGmutantsGofGbovineGpancreaticGribonucleaseG
mVGBiochemistryTG1996TG[aTGYa]dUae 3.2 94

176 —heGroleGofGtheGinsertionGloopGaroundGtryptophanGY]dGinGttheGactivityGofGthrombinVGBiochemistryTG
1996TG[aTG]]ZcU[[ 3.2 21

175 zatureGofGtheGunfoldedGstateGofGribonucleaseGmfGeffectGofGcisUtransGαUProGpeptideGbondG
isomerizationVGBiochemistryTG1996TG[aTGYYcYeU[[ 3.2 59

174 oircularGdichroismGevidenceGforGtheGpresenceGofGburstUphaseGintermediatesGonGtheGconformationalG
foldingGpathwayGofGribonucleaseGmVGBiochemistryTG1996TG[aTGYXYZaU[[ 3.2 45

173 peterminationGofGPotentialGParametersGforGmminoGmcidGγwitterionsVGThegJournalgofgPhysicalg
ChemistryTG1996TGYXXTGYcbcXUYcbcc 12

172 zonrandomGdistributionGofGtheGoneUdisulfideGintermediatesGinGtheGregenerationGofGribonucleaseGmVG
BiochemistryTG1996TG[aTGb]XbUYc 3.2 82

171
qffectsGonGproteinGstructureGandGfunctionGofGreplacingGtryptophanGwithGaUhydroxytryptophanfG
singleUtryptophanGmutantsGofGtheGzUterminalGdomainGofGtheGbacteriophageGlambdaGrepressorVGTheg
ProteingJournalTG1996TGYaTGccUdb

2

170 –tateGofGaggregationGofGrecombinantGhirudinGinGsolutionGunderGphysiologicalGconditionsVGThegProteing
JournalTG1996TGYaTGcaYU[ 2

169
rromGsecondaryGstructureGtoGthreeUdimensionalGstructurefGumprovedGdihedralGangleGprobabilityG
distributionGfunctionGforGuseGwithGenergyGsearchesGforGnativeGstructuresGofGpolypeptidesGandG
proteinsVGJournalgofgComputationalgChemistryTG1996TGYcTGY]a[UY]dX

3.5 2

168 mnGefficientTGdifferentiableGhydrationGpotentialGforGpeptidesGandGproteinsVGJournalgofgComputationalg
ChemistryTG1996TGYcTGYa]eUYaad 3.5 42
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167 oomputationalGstudyGofGpackingGaGcollagenUlikeGmoleculefGquasiUhexagonalGvsGI–mithIGcollagenG
microfibrilGmodelVGBiopolymersTG1996TG]XTGaeaUbXc 2.2 11

166 umprovedGgeneticGalgorithmGforGtheGproteinGfoldingGproblemGbyGuseGofGaGoartesianGcombinationG
operatorVGProteingScienceTG1996TGaTGYdXXUYa 6.3 63

165 –impleGglobalGminimizationGalgorithmGforGoneUvariableGrationalGfunctionsVGJournalgofgGlobalg
OptimizationTG1995TGbTGZe[U[YY 1.5 5

164 yechanismGofGreductiveGproteinGunfoldingVGNaturegStructuralgandgMoleculargBiologyTG1995TGZTG]deUe] 17.6 93

163 —heGnatureGofGtheGinitialGstepGinGtheGconformationalGfoldingGofGdisulphideUintactGribonucleaseGmVG
NaturegStructuralgandgMoleculargBiologyTG1995TGZTG]eaUaX[ 17.6 65

162 mG–impleGrunctionalG”epresentationGofGmngularUpependentGtydrogenUnondedG–ystemsVGYVGmmideTG
oarboxylicGmcidTGandGmmideUoarboxylicGmcidGPairsVGThegJournalgofgPhysicalgChemistryTG1995TGeeTG[]cdU[]db 28

161 peterminationGofGzonbondedGPotentialGParametersGforGPeptidesVGThegJournalgofgPhysicalgChemistryTG
1995TGeeTGY[XYeUY[XZc 25

160
mnalysisGofGtheGstructureGofGribonucleaseGmGinGnativeGandGpartiallyGdenaturedGstatesGbyGtimeUresolvedG
noradiativeGdynamicGexcitationGenergyGtransferGbetweenGsiteUspecificGextrinsicGprobesVGBiochemistryTG
1995TG[]TGYaebaUcd

3.2 58

159 –tatisticalGthermodynamicsGofGproteinGfoldingfGoomparisonGofGaGmeanUfieldGtheoryGwithGyonteGoarloG
simulationsVGJournalgofgChemicalgPhysicsTG1995TGYXZTGY[[]UY[]d 3.9 51

158
peterminationGofGnetGatomicGchargesGusingGaGmodifiedGpartialGequalizationGofGorbitalG
electronegativityGmethodVGu°VGmpplicationGtoGhypervalentGsulfurUGandGphosphorusUcontainingG
moleculesVGJournalgofgComputationalgChemistryTG1995TGYbTGYXYYUYXZb

3.5 18

157 —reatmentGofGtydrationGinGoonformationalGqnergyGoalculationsGonGPolypeptidesGandGProteinsVGACSg
SymposiumgSeriesTG1994TG[bXU[cX 0.4 3

156 mGrapidGandGefficientGalgorithmGforGpackingGpolypeptideGchainsGbyGenergyGminimizationVGJournalgofg
ComputationalgChemistryTG1994TGYaTGY]X[UY]Y[ 3.5 12

155 mnGalgorithmGforGpackingGregularGmultistrandGpolypeptideGstructuresGbyGenergyGminimizationVG
JournalgofgComputationalgChemistryTG1994TGYaTGY]Y]UY]Zd 3.5 8

154 —heGeffectGofGtheGlUazetidineUZUcarboxylicGacidGresidueGonGproteinGconformationVGu°VGxocalG
substitutionsGinGtheGcollagenGtripleGhelixVGBiopolymersTG1994TG[]TGaYUbX 2.2 20

153 mnalyzingGtheGnormalGmodeGdynamicsGofGmacromoleculesGbyGtheGcomponentGsynthesisGmethodfG
”esidueGclusteringGandGmultipleUcomponentGapproachVGBiopolymersTG1994TG[]TG[ZYU[[a 2.2 13

152 –tructuralGcharacterizationGofGaGthreeUdisulfideGintermediateGofGribonucleaseGmGinvolvedGinGbothGtheG
foldingGandGunfoldingGpathwaysVGBiochemistryTG1994TG[[TGYX][cU]e 3.2 47

151 ”egenerationGofGbovineGpancreaticGribonucleaseGmVG[VGpependenceGonGtheGnatureGofGtheGredoxG
reagentVGBiochemistryTG1993TG[ZTGZbeXUc 3.2 57

150 ”egenerationGofGbovineGpancreaticGribonucleaseGmVGZVGwineticsGofGregenerationVGBiochemistryTG1993TG
[ZTGZbdXUe 3.2 64

(1993-1996)
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149 ”egenerationGofGbovineGpancreaticGribonucleaseGmVG]VG—emperatureGdependenceGofGtheG
regenerationGrateVGBiochemistryTG1993TG[ZTGZbedUcX[ 3.2 49

148
mnGempiricalGmethodGtoGcalculateGaverageGmolecularGpolarizabilitiesGfromGtheGdependenceGofG
effectiveGatomicGpolarizabilitiesGonGnetGatomicGchargeVGJournalgofgthegAmericangChemicalgSocietyTG
1993TGYYaTGZXXaUZXY]

16.4 62

147 ”egenerationGofGbovineGpancreaticGribonucleaseGmVGYVG–teadyUstateGdistributionVGBiochemistryTG1993TG
[ZTGZbcYUe 3.2 142

146
peterminationGofGnetGatomicGchargesGusingGaGmodifiedGpartialGequalizationGofGorbitalG
electronegativityGmethodVGuuuVGmpplicationGtoGhalogenatedGandGaromaticGmoleculesVGJournalgofg
ComputationalgChemistryTG1993TGY]TGY]dZUY]eX

3.5 29

145 yonteGoarloGsimulationGofGtheGhardUsphereGfluidGwithGaGhighUtemperatureGquantumGcorrectionGinGtheG
regionGofGtheGfluidâ��solidGphaseGtransitionVGJournalgofgChemicalgPhysicsTG1992TGebTGcXXaUcXXe 3.9 8

144
qnergyGparametersGinGpolypeptidesVGYXVGumprovedGgeometricalGparametersGandGnonbondedG
interactionsGforGuseGinGtheGqoqPPW[GalgorithmTGwithGapplicationGtoGprolineUcontainingGpeptidesVGTheg
JournalgofgPhysicalgChemistryTG1992TGebTGb]cZUb]d]

619

143 –omeGapproachesGtoGtheGmultipleUminimaGproblemGinGtheGcalculationGofGpolypeptideGandGproteinG
structuresVGInternationalgJournalgofgQuantumgChemistryTG1992TG]ZTGYaZeUYa[b 2.1 24

142 oontributionGofGphysicalGchemistryGtoGanGunderstandingGofGproteinGstructureGandGfunctionVGProteing
ScienceTG1992TGYTGbeYU[ 6.3 10

141 qmpiricalGsolvationGmodelsGinGtheGcontextGofGconformationalGenergyGsearchesfGapplicationGtoGbovineG
pancreaticGtrypsinGinhibitorVGProteins:gStructureugFunctiongandgBioinformaticsTG1992TGY]TGYYXUe 4.2 56

140
–tandardUgeometryGchainsGfittedGtoGαUrayGderivedGstructuresfG°alidationGofGtheGrigidUgeometryG
approximationVGuuVG–ystematicGsearchesGforGshortGloopsGinGproteinsfGmpplicationsGtoGbovineGpancreaticG
ribonucleaseGmGandGhumanGlysozymeVGJournalgofgComputationalgChemistryTG1992TGY[TG[ZeU[aX

3.5 25

139
–tandardUgeometryGchainsGfittedGtoGαUrayGderivedGstructuresfG°alidationGofGtheGrigidUgeometryG
approximationVGuVGohainGclosureGthroughGaGlimitedGsearchGofGâ��loopâ��GconformationsVGJournalgofg
ComputationalgChemistryTG1991TGYZTGaXaUaZb

3.5 46

138
mGcomparativeGstudyGofGtheGsimulatedUannealingGandGyonteGoarloUwithUminimizationGapproachesGtoG
theGminimumUenergyGstructuresGofGpolypeptidesfGσyet]UenkephalinVGJournalgofgComputationalg
ChemistryTG1991TGYZTGae]UbXa

3.5 135

137 —heGelectrostaticallyGdrivenGyonteGoarloGmethodfGapplicationGtoGconformationalGanalysisGofG
decaglycineVGBiopolymersTG1991TG[YTG[YeU[X 2.2 16

136 oonformationalGenergyGstudiesGofGbetaUsheetsGofGmodelGsilkGfibroinGpeptidesVGuVG–heetsGofG
polyOmlaUslyPGchainsVGBiopolymersTG1991TG[YTGYaZeU]Y 2.2 169

135
‘nGtheGmultipleUminimaGproblemGinGtheGconformationalGanalysisGofGpolypeptidesVG°VGmpplicationGofG
theGselfUconsistentGelectrostaticGfieldGandGtheGelectrostaticallyGdrivenGyonteGoarloGmethodsGtoG
bovineGpancreaticGtrypsinGinhibitorVGProteins:gStructureugFunctiongandgBioinformaticsTG1991TGYXTGYddUed

4.2 30

134
oonformationsGofGtheGcentralGtransformingGregionGOuleGaaUyetGbcPGofGtheGpZYGproteinGandGtheirG
relationshipGtoGactivationGofGtheGproteinVGInternationalgJournalgofgPeptidegandgProteingResearchTG1990TG
[bTGZ]cUa]

6

133 qnergeticsGofGtheGstructureGandGchainGtiltingGofGantiparallelGbetaUbarrelsGinGproteinsVGProteins:g
StructureugFunctiongandgBioinformaticsTG1990TGdTGY]UZZ 4.2 21

132 —heGeffectGofGtheGxUazetidineUZUcarboxylicGacidGresidueGonGproteinGconformationVGuVGoonformationsGofG
theGresidueGandGofGdipeptidesVGBiopolymersTG1990TG[XTGeaYUe 2.2 40
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131 —heGeffectGofGtheGxUazetidineUZUcarboxylicGacidGresidueGonGproteinGconformationVGuuuVGoollagenUlikeG
polyOtripeptidePsVGBiopolymersTG1990TG[XTGebcUc] 2.2 21

130
ProteinGstructureGpredictionGusingGaGcombinationGofGsequenceGhomologyGandGglobalGenergyG
minimizationGuVGslobalGenergyGminimizationGofGsurfaceGloopsVGJournalgofgComputationalgChemistryTG
1990TGYYTGYZYUYaY

3.5 62

129 °ariableGstepGmolecularGdynamicsfGmnGexploratoryGtechniqueGforGpeptidesGwithGfixedGgeometryVG
JournalgofgComputationalgChemistryTG1990TGYYTG]bdU]db 3.5 50

128 pynamicsGofGpeptidesGwithGfixedGgeometryfGwineticGenergyGtermsGandGpotentialGenergyGderivativesG
asGfunctionsGofGdihedralGanglesVGJournalgofgComputationalgChemistryTG1990TGYYTG]dcU]eZ 3.5 8

127 —heoreticalGstudiesGofGproteinGconformationGbyGmeansGofGenergyGcomputationsVGFASEBgJournalTG
1990TG]TG[YdeUec 0.9 23

126 yonteGoarloGrecursionGstudyGofGclusterGformationGfromGvaporVGJournalgofgChemicalgPhysicsTG1990TGeZTGa]eeUaaXa3.9 7

125
°ibrationalGquantumGcorrectionGforGtheGxennardUvonesGfluidfGmGformalismGofGeffectiveG
intermolecularGpotentialsGdependingGonGmassGandGtemperatureVGJournalgofgChemicalgPhysicsTG1990TG
eZTG[c]dU[caa

3.9 5

124 rreeGenergyGandGstabilityGofGmacromoleculesGstudiedGbyGtheGdoubleGscanningGsimulationGprocedureVG
JournalgofgChemicalgPhysicsTG1990TGeZTGYZ]dUYZac 3.9 12

123
peterminationGofGnetGatomicGchargesGusingGaGmodifiedGpartialGequalizationGofGorbitalG
electronegativityGmethodVGZVGmpplicationGtoGionicGandGaromaticGmoleculesGasGmodelsGforG
polypeptidesVGThegJournalgofgPhysicalgChemistryTG1990TGe]TG]c]XU]c]b

78

122
peterminationGofGnetGatomicGchargesGusingGaGmodifiedGpartialGequalizationGofGorbitalG
electronegativityGmethodVGYVGmpplicationGtoGneutralGmoleculesGasGmodelsGforGpolypeptidesVGTheg
JournalgofgPhysicalgChemistryTG1990TGe]TG]c[ZU]c[e

109

121 oorrelationGofGbetaUbendGconformationsGofGtetrapeptidesGwithGtheirGactivitiesGinGop]UreceptorG
bindingGassaysVGInternationalgJournalgofgPeptidegandgProteingResearchTG1989TG[]TG[ZaU[Z 16

120 qxperimentalGandGtheoreticalGproteinGfoldingVGJournalgofgBiomoleculargStructuregandgDynamicsTG1989TG
bTGYX[eU][ 3.6

119 –patialGgeometricGarrangementsGofGdisulfideUcrosslinkedGloopsGinGnonplanarGproteinsVGJournalgofg
ComputationalgChemistryTG1989TGYXTGZdcUZe] 3.5 10

118 PatternGrecognitionGinGtheGpredictionGofGproteinGstructureVGuVG—ripeptideGconformationalGprobabilitiesG
calculatedGfromGtheGaminoGacidGsequenceVGJournalgofgComputationalgChemistryTG1989TGYXTGccXUcec 3.5 53

117 PatternGrecognitionGinGtheGpredictionGofGproteinGstructureVGuuVGohainGconformationGfromGaG
probabilityUdirectedGsearchGprocedureVGJournalgofgComputationalgChemistryTG1989TGYXTGcedUdYb 3.5 37

116 PatternGrecognitionGinGtheGpredictionGofGproteinGstructureVGuuuVGmnGimportanceUsamplingGminimizationG
procedureVGJournalgofgComputationalgChemistryTG1989TGYXTGdYcUd[Y 3.5 31

115 rreeGenergyGofGhydrationGofGcollagenGmodelsGandGtheGenthalpyGofGtheGtransitionGbetweenGtheG
tripleUhelicalGcoiledUcoilGandGsingleUstrandedGconformationsVGBiopolymersTG1989TGZdTGYac[Ud] 2.2 14

114 rormationGofGlocalGstructuresGinGproteinGfoldingVGAccountsgofgChemicalgResearchTG1989TGZZTGcXUcb 24.3 90

(1989-1990)
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113 qffectGofGsequenceUspecificGinteractionsGonGtheGstabilityGofGhelicalGconformationsGinGpolypeptidesVG
BiopolymersTG1988TGZcTG]YUad 2.2 39

112 –tabilityGofGpolypeptideGconformationalGstatesVGuuVGroldingGofGaGpolypeptideGchainGbyGtheGscanningG
simulationGmethodTGandGcalculationGofGtheGfreeGenergyGofGtheGstatisticalGcoilVGBiopolymersTG1988TGZcTGYYdeUZX]2.2 22

111 ‘nGtheGmultipleUminimaGproblemGinGtheGconformationalGanalysisGofGpolypeptidesVGuuVGmnG
electrostaticallyGdrivenGyonteGoarloGmethodUUtestsGonGpolyOxUalaninePVGBiopolymersTG1988TGZcTGYZd[U[X[ 2.2 148
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trypsinGinhibitorGusingGlimitedGsimulatedGnuclearGmagneticGresonanceGdataVGJournalgofgBiomolecularg
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100 peamidationGofGtheGasparaginylUglycylGsequenceVGInternationalgJournalgofgPeptidegandgProteing
ResearchTG1986TGZdTGceUd] 105
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homopolypeptidesVGBiopolymersTG1984TGZ[TGZdceUeX 2.2 8
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69 yonteGoarloGstudiesGofGoligopeptideGconformationVGFerroelectricsTG1980TG[XTGYaeUYae 0.6
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67
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58
oonformationalGenergyGcalculationsGofGenzymeUsubstrateGcomplexesGofGlysozymeVGuVGqnergyG
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1453

56 oommunicationsGtoGtheGeditorfG–tableGconformationsGofGdipeptidesVGBiopolymersTG1973TGYZTGZYccUd[ 2.2 45

55 qnergyGParametersGinGPolypeptidesVG°uVGoonformationalGqnergyGmnalysisGofGtheGzUmcetylGzkUyethylG
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yolecularGtheoryGofGtheGhelixUcoliGtransitionGinGpolyaminoGacidsVGuuVGzumericalGevaluationGofGsGandG
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solventVGJournalgofgChemicalgPhysicsTG1970TGaZTGZXbXUce
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48 —heGstructureGofGwaterGandGtheGthermodynamicGpropertiesGofGaqueousGsolutionsVGJournalgofg
ChemicalgPhysicsTG1970TGbTG–upplf]dcUaeZ 3.9 567

47 ‘pticalGactivityGofGsingleUstrandedGpolydeoxyadenylicGandGpolyriboadenylicGacidsgGdependenceGofG
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46 telixGsenseGofGpolyU˛‡UpUchlorobenzylGxUglutamateVGBiopolymersTG1969TGcTGdXaUdXd 2.2 3

45 —heGxifsonUmllegraGtheoriesGofGtheGhelixâ��coilGtransitionGforGrandomGcopolymersfGoomparisonGwithG
exactGresultsGandGextensionVGBiopolymersTG1969TGcTGddcUeXd 2.2 22

44 mnalysisGofGtheGoontributionGofGunternalG°ibrationsGtoGtheG–tatisticalG−eightsGofGqquilibriumG
oonformationsGofGyacromoleculesVGJournalgofgChemicalgPhysicsTG1969TGaYTG]caYU]cbc 3.9 208

43 oonformationalGanalysisGofGmacromoleculesVG°VGtelicalGstructuresGofGpolyUxUasparticGacidGandG
polyUxUglutamicGacidTGandGrelatedGcompoundsVGJournalgofgChemicalgPhysicsTG1968TG]eTGZcY[UZb 3.9 127

42 qffectGofGsideGchainsGonGtheGconformationalGenergyGandGrotationalGstrengthGofGtheGnUpiGtransitionGforG
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41 oonformationsGofGpolyUxUvalineGinGsolutionVGBiopolymersTG1968TGbTGYaaYUcY 2.2 63
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39
oonformationGofGanalysisGofGmacromoleculesVGu°VGtelicalGstructuresGofGpolyUxUalanineTGpolyUxUvalineTG
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38 mntiUcooperativeGinteractionsGinGsingleUstrandGoligomersGofGdeoxyriboadenylicGacidVGBiopolymersTG
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36 PhaseGtransitionsGinGoneGdimensionGandGtheGhelixUcoilGtransitionGinGpolyaminoGacidsVGJournalgofg
ChemicalgPhysicsTG1966TG]aTGY]abUb[ 3.9 242

35 oonformationalGmnalysisGofGyacromoleculesVGuuuVGtelicalG–tructuresGofGPolyglycineGandG
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34 oonformationalGmnalysisGofGyacromoleculesVGuuVG—heG”otationalGusomericG–tatesGofGtheGzormalG
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33 zeighborâ��neighborGinteractionsGinGsingleUstrandGpolynucleotidesfG‘pticalGrotatoryGdispersionG
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32 oooperativeGinteractionsGinGsingleUstrandGoligomersGofGadenylicGacidVGBiopolymersTG1966TG]TGZZ[U[a 2.2 123

31 oonformationalGanalysisGofGmacromoleculesVGuVGqthaneTGpropaneTGnUbutaneTGandGnUpentaneVG
BiopolymersTG1966TG]TGZ[cUZ[d 2.2 17

30 oomputationGofGtheGstericallyGallowedGconformationsGofGpeptidesVGBiopolymersTG1966TG]TG[beU]Xc 2.2 140

29 unfluenceGofGflexibilityGonGtheGenergyGcontoursGofGdipeptideGmapsVGBiopolymersTG1966TG]TGcXeUYZ 2.2 57

28 untramolecularGstericGeffectsGandGhydrogenGbondingGinGregularGconformationsGofGpolyaminoGacidsVG
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27 ‘ccurrenceGofGaGphaseGtransitionGinGnucleicGacidGmodelsVGJournalgofgChemicalgPhysicsTG1966TG]aTGY]b]Ue 3.9 196
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conformationVGBiopolymersTG1965TG[TG[beU[cc 2.2 6

22 –tatisticalGmechanicsGofGnoncovalentGbondsGinGpolyaminoGacidsVG°uuuVGoovalentGloopsGinGproteinsVG
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bondsGinGtheGrandomGcoilGandGofGtheGhelixâ��coilGtransitionGforGchainsGofGarbitraryGlengthVGBiopolymersTG
1965TG[TG[YaU[[]

2.2 18

15
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12 –tructureGofG−aterGandGtydrophobicGnondingGinGProteinsVGu°VG—heG—hermodynamicGPropertiesGofG
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1 qntropyG–amplingGyonteGoarloGforGPolypeptidesGandGProteinsVGAdvancesgingChemicalgPhysicsTZ][UZcZ 8
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