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395 RefinementFofFtheFkwloRFforceFfieldFforFnucleicFacidsdFimprovingFtheFdescriptionFofFalphaUgammaF
conformersTFBiophysicaldJournalRF2007RFcXRFYbWaSXc 2.9 1705

394 WholeSgenomeFsequencingFidentifiesFrecurrentFmutationsFinFchronicFlymphocyticFleukaemiaTFNature
RF2011RFZa[RFWVWS[ 50.4 1206

393 oxomeFsequencingFidentifiesFrecurrentFmutationsFofFtheFsplicingFfactorF“pYlWFgeneFinFchronicF
lymphocyticFleukemiaTFNaturedGeneticsRF2011RFZZRFZaS[X 36.3 752

392
zerspectiveFonFâ��olectrostaticFinteractionsFofFaFsoluteFwithFaFcontinuumTFkFdirectFutilizationFofFabF
initioFmolecularFpotentialsFforFtheFprevisionFofFsolventFeffectsâ��TFTheoreticaldChemistrydAccountsRF
2000RFWVYRFYZYSYZ[

1.9 592

391 xonScodingFrecurrentFmutationsFinFchronicFlymphocyticFleukaemiaTFNatureRF2015RF[X]RF[WcSXZ 50.4 565

390 ”heoreticalFwethodsFforFtheFnescriptionFofFtheF“olventFoffectFinFliomolecularF“ystemsTFChemicald
ReviewsRF2000RFWVVRFZWbaSZXX] 68.1 538

389 zarmbscWdFaFrefinedFforceFfieldFforFnxkFsimulationsTFNaturedMethodsRF2016RFWYRF[[Sb 21.6 483

388 opigenomicFanalysisFdetectsFwidespreadFgeneSbodyFnxkFhypomethylationFinFchronicFlymphocyticF
leukemiaTFNaturedGeneticsRF2012RFZZRFWXY]SZX 36.3 422

387 zw–”dFaFwebSbasedFtoolFforFtheFannotationFofFpathologicalFmutationsFonFproteinsTFBioinformaticsRF
2005RFXWRFYWa]Sb 7.2 404

386 kFsystematicFmolecularFdynamicsFstudyFofFnearestSneighborFeffectsFonFbaseFpairFandFbaseFpairFstepF
conformationsFandFfluctuationsFinFlSnxkTFNucleicdAcidsdResearchRF2010RFYbRFXccSYWY 20.1 299

385 ”automerismFandFzrotonationFofFquanineFandFmytosineTFsmplicationsFinFtheFpormationFofF
rydrogenSlondedFmomplexesTFJournaldofdthedAmericandChemicaldSocietyRF1996RFWWbRF]bWWS]bXW 16.4 292

384 zerformanceFofFwolecularFwechanicsFporceFpieldsFforFRxkF“imulationsdF“tabilityFofF––mqFandFqxRkF
rairpinsTTFJournaldofdChemicaldTheorydanddComputationRF2010RF]RFYbY]SYbZc 6.4 261

383 ”argetFflexibilitydFanFemergingFconsiderationFinFdrugFdiscoveryFandFdesignTFJournaldofdMedicinald
ChemistryRF2008RF[WRF]XYaS[[ 8.3 244

382 wolecularFdynamicsFsimulationsdFadvancesFandFapplicationsTFAdvancesdanddApplicationsdind
BioinformaticsdanddChemistryRF2015RFbRFYaSZa 1.5 229

381 nynamicsFofFlSnxkFonFtheFmicrosecondFtimeFscaleTFJournaldofdthedAmericandChemicaldSocietyRF2007RF
WXcRFWZaYcSZ[ 16.4 224

380 xatureFofFbaseFstackingdFreferenceFquantumSchemicalFstackingFenergiesFinFtenFuniqueFlSnxkF
baseSpairFstepsTFChemistrydsdAdEuropeandJournalRF2006RFWXRFXb[ZS][ 4.8 204

379 kFconsensusFviewFofFproteinFdynamicsTFProceedingsdofdthedNationaldAcademydofdSciencesdofdthed
UniteddStatesdofdAmericaRF2007RFWVZRFac]SbVW 11.5 194

Modesto Orozco Lˆ‡pez

2



378 zupas iewdFaFvisualFtoolFforFselectingFsuitableF“xzsRFwithFputativeFpathologicalFeffectFinFgenesRFforF
genotypingFpurposesTFNucleicdAcidsdResearchRF2005RFYYRFW[VWS[ 20.1 192

377 nesignRFsynthesisRFandFbiologicalFevaluationFofFdualFbindingFsiteFacetylcholinesteraseFinhibitorsdFnewF
diseaseSmodifyingFagentsFforFklzheimerMsFdiseaseTFJournaldofdMedicinaldChemistryRF2005RFZbRFaXXYSYY 8.3 179

376 morrelatedFabFinitioFstudyFofFnucleicFacidFbasesFandFtheirFtautomersFinFtheFgasFphaseRFinFaF
microhydratedFenvironmentFandFinFaqueousFsolutionTFPhysicaldChemistrydChemicaldPhysicsRF2002RFZRFZWcXSZXVY3.6 175

375 prontiersFinFmolecularFdynamicsFsimulationsFofFnxkTFAccountsdofdChemicaldResearchRF2012RFZ[RFWc]SXV[ 24.3 171

374 mharacterizationFofFdiseaseSassociatedFsingleFaminoFacidFpolymorphismsFinFtermsFofFsequenceFandF
structureFpropertiesTFJournaldofdMoleculardBiologyRF2002RFYW[RFaaWSb] 6.5 171

373 wolecularFdynamicsFsimulationsFofFtheFunfoldingFofFbarnaseFinFwaterFandFbFwFaqueousFureaTF
BiochemistryRF1997RFY]RFaYWYSXc 3.2 162

372
xewFtacrineShuperzineFkFhybridsFNhuprinesOdFhighlyFpotentFtightSbindingFacetylcholinesteraseF
inhibitorsFofFinterestFforFtheFtreatmentFofFklzheimerMsFdiseaseTFJournaldofdMedicinaldChemistryRF2000RF
ZYRFZ][aS]]

8.3 160

371 wolecularFnynamicsF“imulationsFofFtheFdN”´•k´•”OF”ripleFrelixTFJournaldofdthedAmericandChemicald
SocietyRF1997RFWWcRFaZ]YSaZ]c 16.4 156

370 ynFtheFperformanceFofFcontinuumFsolvationFmethodsTFkFcommentFonFH–niversalFapproachesFtoF
solvationFmodelingHTFAccountsdofdChemicaldResearchRF2009RFZXRFZbcScXeFdiscussionFZcYSa 24.3 152

369 kccuracyFofFfreeFenergiesFofFhydrationFforForganicFmoleculesFfromF]SYWgPSderivedFpartialFchargesTF
JournaldofdComputationaldChemistryRF1993RFWZRFWXZVSWXZc 3.5 142

368 opigenomicFanalysisFdetectsFaberrantFsuperSenhancerFnxkFmethylationFinFhumanFcancerTFGenomed
BiologyRF2016RFWaRFWW 18.3 141

367 ”heoreticalFmethodsFforFtheFsimulationFofFnucleicFacidsTFChemicaldSocietydReviewsRF2003RFYXRFY[VS]Z 58.5 141

366 ˛…klmdFaFsystematicFmicrosecondFmolecularFdynamicsFstudyFofFtetranucleotideFsequenceFeffectsFinF
lSnxkTFNucleicdAcidsdResearchRF2014RFZXRFWXXaXSbY 20.1 138

365 mooperativityFinFdrugSnxkFrecognitiondFaFmolecularFdynamicsFstudyTFJournaldofdthedAmericand
ChemicaldSocietyRF2001RFWXYRFWX][bS]Y 16.4 133

364 yptimizationFofFsoluteFcavitiesFandFvanFderFWaalsFparametersFinFabFinitioFw“”S“mRpFcalculationsFofF
neutralFmoleculesTFJournaldofdComputationaldChemistryRF1994RFW[RFZZ]SZ[Z 3.5 131

363 ”horoughFvalidationFofFproteinFnormalFmodeFanalysisdFaFcomparativeFstudyFwithFessentialFdynamicsTF
StructureRF2007RFW[RF[][Sa[ 5.2 130

362 ”owardsFaFmolecularFdynamicsFconsensusFviewFofFlSnxkFflexibilityTFNucleicdAcidsdResearchRF2008RFY]RFXYacScZ20.1 128

361 ”riplexSformingFoligonucleotideFtargetFsequencesFinFtheFhumanFgenomeTFNucleicdAcidsdResearchRF
2004RFYXRFY[ZS]V 20.1 127

(2004-2005)

3



360 “ynthesisFofFenantiopureFtransSYRZSdisubstitutedFpiperidinesTFknFenantiodivergentFsynthesisFofFNQOSF
andFNSOSparoxetineTFJournaldofdOrganicdChemistryRF2000RF][RFYVaZSbZ 4.2 122

359 wnWebFandFwnwobydFanFintegratedFwebSbasedFplatformFforFmolecularFdynamicsFsimulationsTF
BioinformaticsRF2012RFXbRFWXabSc 7.2 120

358 punctionalFandFstructuralFconservationFofFml“FdomainsFfromFmvmFchlorideFchannelsTFJournaldofd
PhysiologyRF2004RF[[aRFY]YSab 3.9 120

357 nirectFmeasurementFofFtheFdielectricFpolarizationFpropertiesFofFnxkTFProceedingsdofdthedNationald
AcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF2014RFWWWRFoY]XZSYV 11.5 119

356
mâ��r´•´•´•yFmontactsFinFtheFkdenine´•´•´•–racilFWatsonâ��mrickFandF–racil´•´•´•–racilFxucleicFkcidFlaseFzairsdFF
xonempiricalFabFsnitioF“tudyFwithFsnclusionFofFolectronFmorrelationFoffectsTFJournaldofdPhysicald
ChemistrydBRF2000RFWVZRF]Xb]S]XcX

3.4 118

355 ´SzolFzotentialdFknFolectronicF“tructureSlasedFporceFpieldFforFwolecularFnynamicsF“imulationFofFaF
“olvatedFzroteinFinFWaterTFJournaldofdChemicaldTheorydanddComputationRF2009RF[RFZ[cSZ]a 6.4 114

354 snducedFdipoleFmomentFandFatomicFchargesFbasedFonFaverageFelectrostaticFpotentialsFinFaqueousF
solutionTFJournaldofdChemicaldPhysicsRF1993RFcbRFXca[SXcbX 3.9 113

353 “ingleF“trandedFvoopsFofFQuadruplexFnxkFksFueyFlenchmarkFforF”estingFxucleicFkcidsFporceF
pieldsTFJournaldofdChemicaldTheorydanddComputationRF2009RF[RFX[WZSYV 6.4 112

352 “olvationFinFoctanoldFparametrizationFofFtheFcontinuumFw“”FmodelTFJournaldofdComputationald
ChemistryRF2001RFXXRFWWbVSWWcY 3.5 112

351 wolecularFbasisFofFsubstrateSinducedFpermeationFbyFanFaminoFacidFantiporterTFProceedingsdofdthed
NationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF2011RFWVbRFYcY[SZV 11.5 111

350 ”heFstructureFandFdynamicsFofFnxkFinFtheFgasFphaseTFJournaldofdthedAmericandChemicaldSocietyRF2003
RFWX[RFbVVaSWZ 16.4 111

349 qlutarylSmokFdehydrogenaseFdeficiencyFinF“paindFevidenceFofFtwoFgroupsFofFpatientsRFgeneticallyRF
andFbiochemicallyFdistinctTFPediatricdResearchRF2000RFZbRFYW[SXX 3.2 111

348 RecentFadvancesFinFtheFstudyFofFnucleicFacidFflexibilityFbyFmolecularFdynamicsTFCurrentdOpiniondind
StructuraldBiologyRF2008RFWbRFWb[ScY 8.1 105

347 ”heFrelativeFflexibilityFofFlSnxkFandFkSRxkFduplexesdFdatabaseFanalysisTFNucleicdAcidsdResearchRF
2004RFYXRF]WZZS[W 20.1 105

346 ynFtheFpotentialFroleFofFtheFaminoFnitrogenFatomFasFaFhydrogenFbondFacceptorFinFmacromoleculesTF
JournaldofdMoleculardBiologyRF1998RFXacRFWWXYSY] 6.5 105

345 oxtensionFofFw“”U“mRpFmethodFtoForganicFsolventsdFkbFinitioFandFsemiempiricalFparametrizationF
forFneutralFsolutesFinFmmlZTFJournaldofdComputationaldChemistryRF1996RFWaRFbV]SbXV 3.5 104

344 ”heoreticalFstudyFofFtheFtruncatedFhemoglobinFrbxdFexploringFtheFmolecularFbasisFofFtheFxyF
detoxificationFmechanismTFJournaldofdthedAmericandChemicaldSocietyRF2005RFWXaRFZZYYSZZ 16.4 102

343 ”heoreticalFstudyFofFalkylSpiFandFarylSpiFinteractionsTFReconcilingFtheoryFandFexperimentTFJournaldofd
OrganicdChemistryRF2002RF]aRFaV[aS][ 4.2 101
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342 zwutdFaFwebSbasedFtoolFforFtheFannotationFofFpathologicalFvariantsFonFproteinsRFXVWaFupdateTF
NucleicdAcidsdResearchRF2017RFZ[RFWXXXSWXXb 20.1 100

341 wonovFNwolecularFnynamicsFoxtendedFvibraryOdFaFdatabaseFofFatomisticFmolecularFdynamicsF
trajectoriesTFStructureRF2010RFWbRFWYccSZVc 5.2 100

340 neterminingFpromoterFlocationFbasedFonFnxkFstructureFfirstSprinciplesFcalculationsTFGenomed
BiologyRF2007RFbRFRX]Y 18.3 98

339
mhromatinF–nfoldingFbyFopigeneticFwodificationsFoxplainedFbyFnramaticFsmpairmentFofF
snternucleosomeFsnteractionsdFkFwultiscaleFmomputationalF“tudyTFJournaldofdthedAmericandChemicald
SocietyRF2015RFWYaRFWVXV[SW[

16.4 96

338 wolecularFnynamicsF“tudiesFofFnxkFkS”ractF“tructureFandFplexibilityTFJournaldofdthedAmericand
ChemicaldSocietyRF1999RFWXWRF[cbWS[ccW 16.4 96

337 wolecularFnynamicsF“imulationFofFaFzxk´•nxk´•zxkF”ripleFrelixFinFkqueousF“olutionTFJournaldofdthed
AmericandChemicaldSocietyRF1998RFWXVRF[bc[S[cVZ 16.4 94

336 ossentialFnynamicsdFFkF”oolFforFofficientF”rajectoryFmompressionFandFwanagementTFJournaldofd
ChemicaldTheorydanddComputationRF2006RFXRFX[WSb 6.4 90

335
“ynthesisRFinFvitroFpharmacologyRFandFmolecularFmodelingFofFveryFpotentFtacrineShuperzineFkF
hybridsFasFacetylcholinesteraseFinhibitorsFofFpotentialFinterestFforFtheFtreatmentFofFklzheimerMsF
diseaseTFJournaldofdMedicinaldChemistryRF1999RFZXRFYXXaSZX

8.3 90

334 smpactFofFmethylationFonFtheFphysicalFpropertiesFofFnxkTFBiophysicaldJournalRF2012RFWVXRFXWZVSb 2.9 89

333 vigandSinducedFdynamicalFregulationFofFxyFconversionFinFwycobacteriumFtuberculosisFtruncatedF
hemoglobinSxTFProteins:dStructurerdFunctiondanddBioinformaticsRF2006RF]ZRFZ[aS]Z 4.2 89

332
snteractionsFofFrydratedFwgXQFmationFwithFlasesRFlaseFzairsRFandFxucleotidesTFolectronF”opologyRF
xaturalFlondFyrbitalRFolectrostaticRFandF ibrationalF“tudyTFJournaldofdPhysicaldChemistrydBRF2001RF
WV[RF]V[WS]V]V

3.4 89

331 knFkwWS“mRpFapproachFtoFtheFstudyFofFchangesFinFmolecularFpropertiesFinducedFbyFsolventTFThed
JournaldofdPhysicaldChemistryRF1993RFcaRFZYb]SZYcW 88

330 oxploringFtheFcounterionFatmosphereFaroundFnxkdFwhatFcanFbeFlearnedFfromFmolecularFdynamicsF
simulationsiTFBiophysicaldJournalRF2004RFbaRFbVVSWW 2.9 86

329 nevelopmentFofFoptimizedFw“”U“mRpFmethodsFforFsemiempiricalFcalculationsdF”heFwxnyFandFzwYF
ramiltoniansTFJournaldofdComputationaldChemistryRF1995RFW]RF[]YS[a[ 3.5 86

328 wultiscaleFsimulationFofFnxkTFCurrentdOpiniondindStructuraldBiologyRF2016RFYaRFXcSZ[ 8.1 85

327 kFtheoreticalFviewFofFproteinFdynamicsTFChemicaldSocietydReviewsRF2014RFZYRF[V[WS]] 58.5 83

326 qSquadruplexesFcanFmaintainFtheirFstructureFinFtheFgasFphaseTFJournaldofdthedAmericandChemicald
SocietyRF2006RFWXbRFY]VbSWc 16.4 82

325 olectrostaticFcomponentFofFsolvationdFcomparisonFofF“mRpFcontinuumFmodelsTFJournaldofd
ComputationaldChemistryRF2003RFXZRFXbZSca 3.5 82
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324 ”heFstructureFofFhumanFZpXhcFectodomainFprovidesFaFmodelFforFhomodimerizationFandF
electrostaticFinteractionFwithFplasmaFmembraneTFJournaldofdBiologicaldChemistryRF2007RFXbXRFYWZZZS[X 5.4 81

323 montinuumFsolvationFmodelsdFnissectingFtheFfreeFenergyFofFsolvationTFPhysicaldChemistrydChemicald
PhysicsRF2003RF[RFYbXaSYbY] 3.6 81

322 ”heFstructuralFimpactFofFnxkFmismatchesTFNucleicdAcidsdResearchRF2015RFZYRFZYVcSXW 20.1 80

321 rowFaccurateFareFaccurateFforceSfieldsFforFlSnxkiTFNucleicdAcidsdResearchRF2017RFZ[RFZXWaSZXYV 20.1 79

320 kbFsnitioF“tudyFofF“tackingFsnteractionsFinFkSFandFlSnxkTFJournaldofdPhysicaldChemistrydBRF1997RFWVWRFYbZ]SYb[Y3.4 79

319 RelativeFflexibilityFofFnxkFandFRxkdFaFmolecularFdynamicsFstudyTFJournaldofdMoleculardBiologyRF2004RF
YZYRF]XaSYb 6.5 79

318 mlassicalFmolecularFinteractionFpotentialsdFimprovedFsetupFprocedureFinFmolecularFdynamicsF
simulationsFofFproteinsTFProteins:dStructurerdFunctiondanddBioinformaticsRF2001RFZ[RFZXbSYa 4.2 79

317 zolarizationFeffectsFinFgeneralizedFmolecularFinteractionFpotentialdFxewFramiltonianFforFreactivityF
studiesFandFmixedFQwUwwFcalculationsTFJournaldofdComputationaldChemistryRF1998RFWcRFb]]SbbW 3.5 78

316 nimerizationFofFmarboxylicFkcidsdFFReliabilityFofF”heoreticalFmalculationsFandFtheFoffectFofF“olventTF
JournaldofdPhysicaldChemistrydBRF1998RFWVXRFXX]cSXXa] 3.4 77

315 molibactinFnxkSdamageFsignatureFindicatesFmutationalFimpactFinFcolorectalFcancerTFNaturedMedicine
RF2020RFX]RFWV]YSWV]c 50.5 76

314 oxtensionFofFtheFw“”FmodelFtoFtheFsopFformalismdFrpFandFlYvYzFparametrizationsTFComputationald
anddTheoreticaldChemistryRF2005RFaXaRFXcSZV 74

313 TFJournaldofdPhysicaldChemistrydARF1999RFWVYRFZ[X[SZ[YX 2.8 74

312 snductionFeffectsFinFmetalFcationSbenzeneFcomplexesTFPhysicaldChemistrydChemicaldPhysicsRF2008RFWVRFX]W]SXZ3.6 73

311 snteroperabilityFwithFwobyFWTVSSitMsFbetterFthanFsharingFyourFtoothbrushGTFBriefingsdindBioinformaticsRF
2008RFcRFXXVSYW 13.4 73

310 “tructureRF“tiffnessFandF“ubstatesFofFtheFnickersonSnrewFnodecamerTFJournaldofdChemicaldTheoryd
anddComputationRF2013RFcRFaVaSaXW 6.4 72

309 ”automerismFofFWSwethylFnerivativesFofF–racilRF”hymineRFandF[SlromouracilTFssF”automerismFtheF
lasisFforFtheFwutagenicityFofF[SlromouridineiTFJournaldofdPhysicaldChemistrydBRF1998RFWVXRF[XXbS[XYY 3.4 71

308 “n“SzkqoFanalysisFofFk˛†FoligomersFisFdisservingFresearchFintoFklzheimer´·sFdiseasedFappealingFforF
o“sSswSw“TFScientificdReportsRF2015RF[RFWZbVc 4.9 70

307 oxploringFpolymorphismsFinFlSnxkFhelicalFconformationsTFNucleicdAcidsdResearchRF2012RFZVRFWV]]bSab 20.1 68

Modesto Orozco Lˆ‡pez

6



306 ”heoreticalFstudyFofFlargeFconformationalFtransitionsFinFnxkdFtheFlkFconformationalFchangeFinF
waterFandFethanolUwaterTFNucleicdAcidsdResearchRF2007RFY[RFYYYVSb 20.1 68

305 knFoptimizedFkwWUw“”FmethodFforFtheFw“”S“mRpFrepresentationFofFsolvatedFsystemsTFJournaldofd
ComputationaldChemistryRF1994RFW[RFbZaSb[a 3.5 68

304 vongStimescaleFdynamicsFofFtheFnrewSnickersonFdodecamerTFNucleicdAcidsdResearchRF2016RFZZRFZV[XS]] 20.1 68

303 plex“ervdFanFintegratedFtoolFforFtheFanalysisFofFproteinFflexibilityTFBioinformaticsRF2009RFX[RFWaVcSWV 7.2 67

302 mompactionFofFnuplexFxucleicFkcidsFuponFxativeFolectrosprayFwassF“pectrometryTFACSdCentrald
ScienceRF2017RFYRFZ[ZSZ]W 16.8 65

301 ”heoreticalF“tudyFofFkzidoâ��”etrazoleFssomerismdFFoffectFofF“olventFandF“ubstituentsFandF
wechanismFofFssomerizationTFJournaldofdthedAmericandChemicaldSocietyRF1998RFWXVRFZaXYSZaYW 16.4 65

300 ”automerismFofF´anthineFyxidaseF“ubstratesFrypoxanthineFandFkllopurinolTFJournaldofdOrganicd
ChemistryRF1996RF]WRF[c]ZS[caW 4.2 64

299 monsistentF iewFofFzroteinFpluctuationsFfromFkllSktomFwolecularFnynamicsFandFmoarseSqrainedF
nynamicsFwithFunowledgeSlasedFporceSpieldTFJournaldofdChemicaldTheorydanddComputationRF2013RFcRFWWcSX[6.4 63

298 –nravelingFtheFsequenceSdependentFpolymorphicFbehaviorFofFdNmpqOFstepsFinFlSnxkTFNucleicdAcidsd
ResearchRF2014RFZXRFWWYVZSXV 20.1 63

297 ”heoreticalFstudyFofFanionFbindingFtoFcalixōZαpyrroledFtheFeffectsFofFsolventRFfluorineFsubstitutionRF
cosoluteRFandFwaterFtracesTFJournaldofdthedAmericandChemicaldSocietyRF2002RFWXZRFWXac]SbV[ 16.4 63

296 wolecularFnynamicsF“imulationsFofFzxk´•nxkFandFzxk´•RxkFnuplexesFinFkqueousF“olutionTFJournald
ofdthedAmericandChemicaldSocietyRF2000RFWXXRF[ccaS]VVb 16.4 63

295 yptimizationFofFtheFcavityFsizeFforFabFinitioFw“”S“mRpFcalculationsFofFmonovalentFionsTFChemicald
PhysicsRF1994RFWbXRFXYaSXZb 2.3 63

294 momprehensiveFcharacterizationFofFcomplexFstructuralFvariationsFinFcancerFbyFdirectlyFcomparingF
genomeFsequenceFreadsTFNaturedBiotechnologyRF2014RFYXRFWWV]SWX 44.5 62

293 monformationalFdynamicsFofFtheFhumanFpropellerFtelomericFnxkFquadruplexFonFaFmicrosecondF
timeFscaleTFNucleicdAcidsdResearchRF2013RFZWRFXaXYSY[ 20.1 60

292 “tructuralFcharacterizationFofFproteinSproteinFcomplexesFbyFintegratingFcomputationalFdockingF
withFsmallSangleFscatteringFdataTFJournaldofdMoleculardBiologyRF2010RFZVYRFXWaSYV 6.5 59

291 ”heFimpactFofFmonovalentFionFforceFfieldFmodelFinFnucleicFacidsFsimulationsTFPhysicaldChemistryd
ChemicaldPhysicsRF2009RFWWRFWV[c]S]Va 3.6 59

290 momparisonFofF]SYWqPSbasedFw“”U“mRpFandFpozFevaluationsFofFtheFfreeFenergiesFofFhydrationFforF
smallFneutralFmoleculesTFJournaldofdComputationaldChemistryRF1993RFWZRFWZcbSW[VY 3.5 59

289 xucleicFkcidF”ripleFrelicesdF“tabilityFoffectsFofFxucleobaseFwodificationsTFCurrentdOrganicdChemistry
RF2002RF]RFWYYYSWY]b 1.7 59
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288 nifferentialFstabilityFofFXMpSkxkPRxkFandFkxkPRxkFhybridFduplexesdFrolesFofFstructureRF
pseudohydrogenFbondingRFhydrationRFionFuptakeFandFflexibilityTFNucleicdAcidsdResearchRF2010RFYbRFXZcbS[WW20.1 58

287 ”heFNinOdependenceFofFalternativeFsplicingFandFgeneFduplicationTFPLoSdComputationaldBiologyRF2007RF
YRFeYY 5 57

286 wolecularFnynamicsF“imulationsFinFkqueousF“olutionFofF”ripleFrelicesFmontainingFdNq´•m´•mOF”riosTF
JournaldofdthedAmericandChemicaldSocietyRF1998RFWXVRFWWXX]SWWXYY 16.4 57

285
ybservationFofF“pontaneousFlaseFzairFlreathingFoventsFinFtheFwolecularFnynamicsF“imulationFofFaF
nifluorotolueneSmontainingFnxkFyligonucleotideTFJournaldofdthedAmericandChemicaldSocietyRF1999RF
WXWRFb][YSb][Z

16.4 57

284 ”heoreticalFwethodsFforFtheFRepresentationFofF“olventTFJournaldofdMoleculardModelingRF1996RFXRFWSW[ 2 57

283 oxploringFtheFossentialFnynamicsFofFlSnxkTFJournaldofdChemicaldTheorydanddComputationRF2005RFWRFacVSbVV6.4 56

282 opigeneticFlossFofFRxkSmethyltransferaseFx“–x[FinFgliomaFtargetsFribosomesFtoFdriveFaFstressF
adaptiveFtranslationalFprogramTFActadNeuropathologicaRF2019RFWYbRFWV[YSWVaZ 14.3 55

281
nramaticFeffectFofFfuranoseFmXMFsubstitutionFonFstructureFandFstabilitydFdirectingFtheFfoldingFofFtheF
humanFtelomericFquadruplexFwithFaFsingleFfluorineFatomTFJournaldofdthedAmericandChemicaldSocietyRF
2013RFWY[RF[YZZSa

16.4 55

280 onsembleFnockingFfromFromologyFwodelsTFJournaldofdChemicaldTheorydanddComputationRF2010RF]RFX[ZaS[a6.4 55

279 kFcomprehensiveFnxkFmethylationFprofileFofFepithelialStoSmesenchymalFtransitionTFCancerdResearch
RF2014RFaZRF[]VbSWc 10.1 54

278 nucleRdFaFpackageFforFnonSparametricFnucleosomeFpositioningTFBioinformaticsRF2011RFXaRFXWZcS[V 7.2 54

277 “tructureRFrecognitionFpropertiesRFandFflexibilityFofFtheFnxkTRxkFhybridTFJournaldofdthedAmericand
ChemicaldSocietyRF2005RFWXaRFZcWVSXV 16.4 53

276 ”heoreticalFstudyFofFxSmethylacetamideFinFvacuumFandFaqueousFsolutiondFimplicationsFforFtheF
peptideFbondFisomerizationTFJournaldofdOrganicdChemistryRF1993RF[bRF]YcaS]ZV[ 4.2 53

275 morrelatedFmotionsFareFaFfundamentalFpropertyFofF˛†SsheetsTFNaturedCommunicationsRF2014RF[RFZVaV 17.4 52

274 kpproachingFolasticFxetworkFwodelsFtoFwolecularFnynamicsFplexibilityTFJournaldofdChemicaldTheoryd
anddComputationRF2010RF]RFXcWVSXY 6.4 52

273 ovidenceFforFtranscriptFnetworksFcomposedFofFchimericFRxksFinFhumanFcellsTFPLoSdONERF2012RFaRFeXbXWY3.7 51

272 “coringFbyFintermolecularFpairwiseFpropensitiesFofFexposedFresiduesFN“szzoROdFaFnewFefficientF
potentialFforFproteinSproteinFdockingTFJournaldofdChemicaldInformationdanddModelingRF2011RF[WRFYaVSa 6.1 51

271 vocalFaromaticityFinFnaturalFnucleobasesFandFtheirFsizeSexpandedFbenzoSfusedFderivativesTFJournald
ofdPhysicaldChemistrydARF2006RFWWVRFWXXZcS[b 2.8 51
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270 RoleFofFsntramolecularFrydrogenFlondsFinFtheFsntermolecularFrydrogenFlondingFofFmarbohydratesTF
JournaldofdPhysicaldChemistrydARF1998RFWVXRF]]cVS]]c] 2.8 51

269 qeometricalFandFelectronicFstructureFvariabilityFofFtheFsugarSphosphateFbackboneFinFnucleicFacidsTF
JournaldofdPhysicaldChemistrydBRF2008RFWWXRFbWbbSca 3.4 50

268 “tructureFofFtriplexFnxkFinFtheFgasFphaseTFJournaldofdthedAmericandChemicaldSocietyRF2012RFWYZRF][c]S]V]16.4 49

267 ZnFqenomeFRewiringFduringFyncogeneSsnducedFandFReplicativeF“enescenceTFMoleculardCellRF2020RF
abRF[XXS[YbTec 17.6 48

266 ”heFnativeFensembleFandFfoldingFofFaFproteinFmoltenSglobuledFfunctionalFconsequenceFofFdownhillF
foldingTFJournaldofdthedAmericandChemicaldSocietyRF2011RFWYYRFWXW[ZS]W 16.4 48

265 ”heoreticalFstudyFofFtheFguanineFSShF]SthioguanineFsubstitutionFinFduplexesRFtriplexesRFandF
tetraplexesTFJournaldofdthedAmericandChemicaldSocietyRF2004RFWX]RFWZ]ZXS[V 16.4 48

264 QuantificationFofFzathwayFmrossStalkFRevealsFxovelF“ynergisticFnrugFmombinationsFforFlreastF
mancerTFCancerdResearchRF2017RFaaRFZ[cSZ]c 10.1 47

263 ”owardFaFconsensusFviewFofFduplexFRxkFflexibilityTFBiophysicaldJournalRF2010RFccRFWba]Sb[ 2.9 46

262 xewFstrategiesFtoFincorporateFtheFsolventFpolarizationFinFselfSconsistentFreactionFfieldFandF
freeSenergyFperturbationFsimulationsTFJournaldofdChemicaldPhysicsRF1995RFWVYRFWVWbYSWVWcW 3.9 46

261 ”heoreticalFstudiesFonFtheFinhibitionFmechanismFofFcyclooxygenaseSXTFssFthereFaFuniqueFrecognitionF
siteiTFJournaldofdMedicinaldChemistryRF2003RFZ]RFWYaXSbX 8.3 45

260 vigandSinducedFchangesFinFtheFbindingFsitesFofFproteinsTFBioinformaticsRF2002RFWbRFcYcSZb 7.2 45

259 wolecularFinteractionFpotentialdFkFnewFtoolFforFtheFtheoreticalFstudyFofFmolecularFreactivityTF
JournaldofdComputationaldChemistryRF1993RFWZRF[baS]VX 3.5 45

258
nispersionFandFrepulsionFcontributionsFtoFtheFsolvationFfreeFenergydFcomparisonFofFquantumF
mechanicalFandFclassicalFapproachesFinFtheFpolarizableFcontinuumFmodelTFJournaldofdComputationald
ChemistryRF2006RFXaRFWa]cSbV

3.5 44

257 –niqueFtautomericFpropertiesFofFisoguanineTFJournaldofdthedAmericandChemicaldSocietyRF2004RFWX]RFW[ZS]Z16.4 44

256 rogWFbypassesFstressSmediatedFdownSregulationFofFtranscriptionFbyFRxkFpolymeraseFssF
redistributionFandFchromatinFremodelingTFGenomedBiologyRF2012RFWYRFRWV] 18.3 43

255 ”owardFanFatomisticFdescriptionFofFtheFureaSdenaturedFstateFofFproteinsTFProceedingsdofdthed
NationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF2013RFWWVRF[cYYSb 11.5 42

254 ”heoreticalF“tudyFofFtheF”automerismFandFzrotonationFofFaSkminopyrazolopyrimidineFinFtheFqasF
zhaseFandFinFkqueousF“olutionTFJournaldofdthedAmericandChemicaldSocietyRF1995RFWWaRFWYabSWYb] 16.4 42

253 wechanismFforFtheFrotamaseFactivityFofFpu[V]FbindingFproteinFfromFmolecularFdynamicsF
simulationsTFBiochemistryRF1993RFYXRFWXb]ZSaZ 3.2 42

(1993-1998)
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252 lackboneFpmSr´•´•´•yFhydrogenFbondsFinFXMpSsubstitutedFnucleicFacidsTFAngewandtedChemiedsd
InternationaldEditionRF2013RF[XRFWXV][Sb 16.4 41

251 RoleFofFtautomerismFofFXSazaadenineFandFXSazahypoxanthineFinFsubstrateFrecognitionFbyFxanthineF
oxidaseTFJournaldofdComputersAideddMoleculardDesignRF1997RFWWRFW[YS]X 4.2 41

250 mharacterizationFofFcompensatedFmutationsFinFtermsFofFstructuralFandFphysicoSchemicalFpropertiesTF
JournaldofdMoleculardBiologyRF2007RFY][RFXZcS[] 6.5 41

249 ”heoreticalFstudyFofFtheFmechanismsFofFsubstrateFrecognitionFbyFcatalaseTFJournaldofdthedAmericand
ChemicaldSocietyRF2001RFWXYRFc]][SaX 16.4 41

248 ResiduesFmoevolutionFquidesFtheF“ystematicFsdentificationFofFklternativeFpunctionalFmonformationsF
inFzroteinsTFStructureRF2016RFXZRFWW]SWX] 5.2 40

247 zrevalentF“equencesFinFtheFrumanFqenomeFmanFpormFwiniFiSwotifF“tructuresFatFzhysiologicalFprTF
JournaldofdthedAmericandChemicaldSocietyRF2017RFWYcRFWYcb[SWYcbb 16.4 40

246 zroteinsFinFtheFgasFphaseTFWileydInterdisciplinarydReviews:dComputationaldMoleculardScienceRF2013RFYRFZVbSZX[7.9 40

245 –nderstandingFtheFconnectionFbetweenFepigeneticFnxkFmethylationFandFnucleosomeFpositioningF
fromFcomputerFsimulationsTFPLoSdComputationaldBiologyRF2013RFcRFeWVVYY[Z 5 40

244 ”heoreticalFcharacterizationFofFtheFdynamicalFbehaviorFandFtransportFpropertiesFofF
alphaRgammaSpeptideFnanotubesFinFsolutionTFJournaldofdthedAmericandChemicaldSocietyRF2009RFWYWRFW[]abSb]16.4 40

243 necipheringFtheFdeformationFmodesFassociatedFwithFfunctionFretentionFandFspecializationFinF
membersFofFtheFRasFsuperfamilyTFStructureRF2010RFWbRFZVXSWZ 5.2 40

242 wultipleFroutesFtoFcharacterizeFtheFfoldingFofFaFsmallFnxkFhairpinTFAngewandtedChemiedsd
InternationaldEditionRF2010RFZcRFa]aYS] 16.4 40

241 w“”FcontinuumFstudyFofFtheFhydrationFfreeFenergiesFofFmonovalentFionicFspeciesTFJournaldofd
PhysicaldChemistrydBRF2005RFWVcRFY[][SaZ 3.4 40

240 ”heFpolarizationFcontributionFtoFtheFfreeFenergyFofFhydrationTFJournaldofdChemicaldPhysicsRF1995RF
WVXRF]WZ[S]W[X 3.9 40

239
wnFandFxwRFanalysesFofFcholineFandF”wkFbindingFtoFduplexFnxkdFonFtheForiginsFofFaberrantF
sequenceSdependentFstabilityFbyFalkylFcationsFinFaqueousFandFwaterSfreeFsolventsTFJournaldofdthed
AmericandChemicaldSocietyRF2014RFWY]RFYVa[Sb]

16.4 39

238 oxploringFtheFsuitabilityFofFcoarseSgrainedFtechniquesFforFtheFrepresentationFofFproteinFdynamicsTF
BiophysicaldJournalRF2008RFc[RFXWXaSYb 2.9 39

237 lindingFaffinitiesFofFoligonucleotidesFandFzxksFcontainingFphenoxazineFandFqSclampFcytosineF
analoguesFareFunusuallyFsequenceSdependentTFOrganicdLettersRF2007RFcRFZ[VYS] 6.2 39

236 kreFtheFhydrogenFbondsFofFRxkFNk–OFstrongerFthanFthoseFofFnxkFNk”OiFkFquantumFmechanicsF
studyTFChemistrydsdAdEuropeandJournalRF2005RFWWRF[V]XS] 4.8 39

235 “ynthesisRFinFvitroFpharmacologyRFandFmolecularFmodelingFofFsynShuprinesFasFacetylcholinesteraseF
inhibitorsTFJournaldofdMedicinaldChemistryRF2001RFZZRFZaYYS] 8.3 39
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234 momparisonFofFxnnyFandFquasiSabFinitioFapproachesFtoFcomputeFsemiempiricalFmolecularF
electrostaticFpotentialsTFJournaldofdComputationaldChemistryRF1994RFW[RFWXSXX 3.5 39

233 zredictionFandFvalidationFofFproteinFintermediateFstatesFfromFstructurallyFrichFensemblesFandF
coarseSgrainedFsimulationsTFNaturedCommunicationsRF2016RFaRFWX[a[ 17.4 38

232 kFsystematicFstudyFofFtheFenergeticsFinvolvedFinFstructuralFchangesFuponFassociationFandF
connectivityFinFproteinFinteractionFnetworksTFStructureRF2011RFWcRFbbWSc 5.2 38

231 relicalFpreferencesFofFalanineRFglycineRFandFaminoisobutyricFhomopeptidesF1997RFXbRFbYScY 38

230 oxploringFtheFreasonsFforFtheFlargeFdensityFofFtriplexSformingFoligonucleotideFtargetFsequencesFinF
theFhumanFregulatoryFregionsTFBMCdGenomicsRF2006RFaRF]Y 4.5 38

229 wolecularF“olvationFzotentialTFkFxewF”oolFforFtheFQuantumFwechanicalFnescriptionFofFrydrationFinF
yrganicFandFlioorganicFwoleculesTFThedJournaldofdPhysicaldChemistryRF1995RFccRFYVbZSYVcX 38

228 ”automerismFofFxeutralFandFzrotonatedF]S”hioguanineFinFtheFqasFzhaseFandFinFkqueousF“olutionTF
knFabFsnitioF“tudyTFJournaldofdOrganicdChemistryRF1995RF]VRFc]cSca] 4.2 38

227 knFatomisticFviewFtoFtheFgasFphaseFproteomeTFStructureRF2009RFWaRFbbSc[ 5.2 37

226 qeneralizationFofFtheFwolecularFolectrostaticFzotentialFforFtheF“tudyFofFxoncovalentFinteractionsTF
TheoreticaldanddComputationaldChemistryRF1996RFYRFWbWSXWb 37

225 –nconventionalFinteractionsFbetweenFwaterFandFheterocyclicFnitrogensFinFproteinFstructuresTF
Proteins:dStructurerdFunctiondanddBioinformaticsRF2004RF[aRFWSb 4.2 37

224 roogsteenSbasedFparallelSstrandedFduplexesFofFnxkTFoffectFofFbSaminoSpurineFderivativesTFJournald
ofdthedAmericandChemicaldSocietyRF2002RFWXZRFYWYYSZX 16.4 37

223 ”heoreticalFstudyFofFaFnewFnxkFstructuredFtheFantiparallelFroogsteenFduplexTFJournaldofdthed
AmericandChemicaldSocietyRF2003RFWX[RFWZ]VYSWX 16.4 36

222 zropertiesFofFtripleFhelicesFformedFbyFparallelSstrandedFhairpinsFcontainingFbSaminopurinesTFNucleicd
AcidsdResearchRF2002RFYVRFX]VcSWc 20.1 36

221 ”heFqkqkFfactorFofFnrosophilaFbindsFtripleSstrandedFnxkTFJournaldofdBiologicaldChemistryRF1998RF
XaYRFXZ]ZVSb 5.4 36

220 mavitationFcontributionFtoFtheFfreeFenergyFofFsolvationTTFChemicaldPhysicsRF1999RFXZVRFX[YSX]Z 2.3 36

219 kFnewFstrategyFforFtheFevaluationFofFforceFparametersFfromFquantumFmechanicalFcomputationsTF
JournaldofdComputationaldChemistryRF1991RFWXRF]]ZS]aZ 3.5 36

218 mhangesFinFtheFfreeSenergyFlandscapeFofFpYb˛–FwkzFkinaseFthroughFitsFcanonicalFactivationFandF
bindingFeventsFasFstudiedFbyFenhancedFmolecularFdynamicsFsimulationsTFELifeRF2017RF]RF 8.9 36

217 lsqxk“imdFaFxo“QvFdatabaseFstructureFandFanalysisFportalFforFnucleicFacidsFsimulationFdataTFNucleicd
AcidsdResearchRF2016RFZZRFnXaXSb 20.1 35

(2016-1994)
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216 nerivationFofFnistributedFwodelsFofFktomicFzolarizabilityFforFwolecularF“imulationsTFJournaldofd
ChemicaldTheorydanddComputationRF2007RFYRFWcVWSWY 6.4 35

215 xatureFofFminorSgrooveFbindersSnxkFcomplexesFinFtheFgasFphaseTFJournaldofdthedAmericandChemicald
SocietyRF2005RFWXaRFWW]cVSb 16.4 35

214 ”heFnifferentialFResponseFofFzroteinsFtoFwacromolecularFmrowdingTFPLoSdComputationaldBiologyRF
2016RFWXRFeWVV[VZV 5 35

213 “uitabilityFofFdensityFfunctionalFmethodsFforFcalculationFofFelectrostaticFpropertiesTFJournaldofd
ComputationaldChemistryRF1997RFWbRFcbVSccW 3.5 34

212 kntiparallelFtripleFhelicesTF“tructuralFcharacteristicsFandFstabilizationFbyFbSaminoFderivativesTF
JournaldofdthedAmericandChemicaldSocietyRF2003RFWX[RFW]WXaSYb 16.4 34

211 zredictingFrelativeFbindingFfreeFenergiesFofFtacrineShuperzineFkFhybridsFasFinhibitorsFofF
acetylcholinesteraseTFJournaldofdMedicinaldChemistryRF1999RFZXRF[WWVSc 8.3 34

210 “aturationFofFrecognitionFelementsFblocksFevolutionFofFnewFtRxkFidentitiesTFSciencedAdvancesRF2016
RFXRFeW[VWb]V 14.3 34

209 ”argetingFRxkFstructureFinF“wxXFreversesFspinalFmuscularFatrophyFmolecularFphenotypesTFNatured
CommunicationsRF2018RFcRFXVYX 17.4 34

208 monformationallyFrigidFnucleosideFprobesFhelpFunderstandFtheFroleFofFsugarFpuckerFandFnucleobaseF
orientationFinFtheFthrombinSbindingFaptamerTFNucleicdAcidsdResearchRF2009RFYaRF[[bcS]VW 20.1 33

207 kFwultilevelF“trategyFforFtheFoxplorationFofFtheFmonformationalFplexibilityFofF“mallFwoleculesTF
JournaldofdChemicaldTheorydanddComputationRF2012RFbRFWbVbSWc 6.4 32

206 oxploringFtheFdynamicsFofFcalixōZαpyrroledFeffectFofFsolventFandFfluorineFsubstitutionTFChemistrydsdAd
EuropeandJournalRF2007RFWYRFWWVbSW] 4.8 32

205 kminoâ��sminoF”automerismFinFnerivativesFofFmytosined´ FoffectFonFrydrogenSlondingFandF“tackingF
zropertiesTFJournaldofdPhysicaldChemistrydARF2001RFWV[RF][a[S][bV 2.8 32

204 ”heoreticalFstudiesFofFdNkd”OSbasedFparallelSstrandedFnxkFduplexesTFJournaldofdthedAmericand
ChemicaldSocietyRF2001RFWXYRFWXVWbSX[ 16.4 32

203 nxkFsequenceSspecificFreadingFbyFechinomycindFroleFofFhydrogenFbondingFandFstackingF
interactionsTFJournaldofdMedicinaldChemistryRF1994RFYaRFW]VXSc 8.3 32

202 “elfSconsistentFreactionFfieldFcomputationFofFtheFreactiveFcharacteristicsFofFnxkFbasesFinFwaterTF
BiopolymersRF1993RFYYRFWb[WSWb]c 2.2 32

201 ynFtheFnatureFofFnxkFhyperchromicFeffectTFJournaldofdPhysicaldChemistrydBRF2013RFWWaRFb]caSaVZ 3.4 31

200 ”heFcatalyticFsiteFstructuralFgateFofFadenosineFdeaminaseFallostericallyFmodulatesFligandFbindingFtoF
adenosineFreceptorsTFFASEBdJournalRF2013RFXaRFWVZbS]W 0.9 30

199 xkplexdFaFwebFserverFforFtheFstudyFofFnucleicFacidFflexibilityTFNucleicdAcidsdResearchRF2013RFZWRFWZaS[[ 20.1 30
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198 bSkminoFguanineFacceleratesFtetramolecularFqSquadruplexFformationTFChemicaldCommunicationsRF
2008RFXcX]Sb 5.8 30

197 momparisonFofFmolecularFdynamicsFandFsuperfamilyFspacesFofFproteinFdomainFdeformationTFBMCd
StructuraldBiologyRF2009RFcRF] 2.7 29

196 zerturbationFkpproachFtoFmombinedFQwUwwF“imulationFofF“oluteâ��“olventFsnteractionsFinF“olutionTF
JournaldofdPhysicaldChemistrydBRF2003RFWVaRFW]]ZSW]aW 3.4 29

195 wolecularFnynamicsF“tudyFofFyligonucleotidesFmontainingFnifluorotolueneTFJournaldofdthedAmericand
ChemicaldSocietyRF2000RFWXXRF]bcWS]bcc 16.4 29

194 practionalFdescriptionFofFfreeFenergiesFofFsolvationTFJournaldofdComputersAideddMoleculardDesignRF
1999RFWYRFWYcS[X 4.2 29

193 nimerizationFofFpormamideFinFqasFzhaseFandF“olutionTFknFkbFsnitioFwmâ��w“”F“tudyTFJournaldofd
PhysicaldChemistrydARF1999RFWVYRF]XVVS]XVb 2.8 29

192 wutationsFinFtwtnWmFareFinvolvedFinFRettFsyndromeFandFintellectualFdisabilityTFGeneticsdindMedicineRF
2016RFWbRFYabSb[ 8.1 28

191
offectFofFsolvationFonFtheFshapesRFsizesRFandFanisotropiesFofFpolyatomicFanionsFviaFmolecularF
electrostaticFpotentialFtopographydFknFabFinitioFselfSconsistentFreactionFfieldFapproachTFJournaldofd
ChemicaldPhysicsRF1994RFWVVRF]aWbS]aX]

3.9 28

190 moarseSgrainedFrepresentationFofFproteinFflexibilityTFpoundationsRFsuccessesRFandFshortcomingsTF
AdvancesdindProteindChemistrydanddStructuraldBiologyRF2011RFb[RFWbYSXW[ 5.3 27

189 xucleotideFbindingFswitchesFtheFinformationFflowFinFrasFq”zasesTFPLoSdComputationaldBiologyRF2011
RFaRFeWVVWVcb 5 27

188 ”heoreticalFanalysisFofFantisenseFduplexesdFdeterminantsFofFtheFRxaseFrFsusceptibilityTFJournaldofd
thedAmericandChemicaldSocietyRF2008RFWYVRFYZb]Sc] 16.4 27

187 oxploringFtheFbindingFmodeFofFsemicarbazideSsensitiveFamineFoxidaseU kzSWdFidentificationFofF
novelFsubstratesFwithFinsulinSlikeFactivityTFJournaldofdMedicinaldChemistryRF2004RFZaRFZb][SaZ 8.3 27

186
qeneralFkccessFtoF”acamineFandF incaSoburnaFklkaloidsFthroughF”andemFxonSliomimeticF
yxidationFofFnihydropyridinesU·nSwediatedFRadicalFkdditionFzrocessesFâ��F–nexpectedFpacialF
“electivityFofFplattenedFmyclohexylS”ypeFRadicalsTFEuropeandJournaldofdOrganicdChemistryRF2001RF
XVVWRFYaWc

3.2 27

185 ”automerismFofFxanthineFandFalloxanthinedFaFmodelFforFsubstrateFrecognitionFbyFxanthineFoxidaseTF
JournaldofdComputersAideddMoleculardDesignRF1996RFWVRF[Y[SZZ 4.2 27

184 wolecularFmodellingFapproachesFtoFtheFdesignFofFacetylcholinesteraseFinhibitorsdFnewFchallengesF
forFtheFtreatmentFofFklzheimerMsFdiseaseTFCurrentdPharmaceuticaldDesignRF2004RFWVRFYWYWSZV 3.3 27

183 zrotonFnynamicsFinFzroteinFwassF“pectrometryTFJournaldofdPhysicaldChemistrydLettersRF2017RFbRFWWV[SWWWX6.4 26

182  isualizingFphosphodiesterSbondFhydrolysisFbyFanFendonucleaseTFNaturedStructuraldanddMoleculard
BiologyRF2015RFXXRF][SaX 17.6 26

181 zolarizationFeffectsFinFmolecularFinteractionsTFWileydInterdisciplinarydReviews:dComputationald
MoleculardScienceRF2011RFWRFbZZSb[Z 7.9 26

(2011-2008)
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180 RealStimeFatomisticFdescriptionFofFnxkFunfoldingTFAngewandtedChemiedsdInternationaldEditionRF2010RF
ZcRFZbV[Sb 16.4 26

179 “ynthesisRFchemicalFtrappingFandFdimerizationFofFtricycloōYTYTVTVYRaαoctSWN[OSeneRFtheFconsummateF
memberFofFaFseriesFofFpyramidalizedFalkenesTFTetrahedrondLettersRF1996RFYaRFb]V[Sb]Vb 2 26

178 ”heoreticalFdeterminationFofFtheFsolvationFfreeFenergyFinFwaterFandFchloroformFofFtheFnucleicFacidF
basesTFChemicaldPhysicsRF1996RFXVcRFWcSXc 2.3 26

177 “ynthesisFandFpropertiesFofFXMSdeoxySXMRZMSdifluoroarabinoseSmodifiedFnucleicFacidsTFJournaldofd
OrganicdChemistryRF2015RFbVRFYVbYScW 4.2 25

176 pindingFmonformationalF”ransitionFzathwaysFfromFniscreteFwolecularFnynamicsF“imulationsTF
JournaldofdChemicaldTheorydanddComputationRF2012RFbRFZaVaSWb 6.4 25

175 zhysicalFpropertiesFofFnakedFnxkFinfluenceFnucleosomeFpositioningFandFcorrelateFwithF
transcriptionFstartFandFterminationFsitesFinFyeastTFBMCdGenomicsRF2011RFWXRFZbc 4.5 25

174 kFnewFscalingFprocedureFtoFcorrectFsemiempiricalFwozFandFwozSderivedFpropertiesTFJournaldofd
ComputersAideddMoleculardDesignRF1993RFaRFaXWSaZX 4.2 25

173 pourSstrandedFnxkFstructureFstabilizedFbyFaFnovelFqdmdkd”FtetradTFJournaldofdthedAmericandChemicald
SocietyRF2003RFWX[RF[][ZS]X 16.4 24

172
yncogenicFmutationsFatFtheFoqpRFectodomainFstructurallyFconvergeFtoFremoveFaFstericFhindranceF
onFaFkinaseScoupledFcrypticFepitopeTFProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUnitedd
StatesdofdAmericaRF2019RFWW]RFWVVVcSWVVWb

11.5 23

171 pyzcazipdFkFzmkSbasedFtoolkitFforFcompressionFandFanalysisFofFmolecularFsimulationFdataTF
SoftwareXRF2016RF[RFZZS[V 2.7 23

170 “tructuralFanalysisFofFanFequilibriumFfoldingFintermediateFinFtheFapoflavodoxinFnativeFensembleFbyF
smallSangleF´SrayFscatteringTFJournaldofdMoleculardBiologyRF2011RFZV]RF]VZSWc 6.5 23

169 kbFinitioFstudyFofFnaphthoShomologatedFnxkFbasesTFJournaldofdPhysicaldChemistrydBRF2008RFWWXRFXWacSb] 3.4 23

168 kzidoazomethineâ��”etrazoleFssomerismFinF“olutiondFFkF”hermochemicalF“tudyTFJournaldofdOrganicd
ChemistryRF1998RF]YRFXY[ZSXY[] 4.2 23

167 kFzrioriFzredictionFofF“ubstituentFandF“olventFoffectsFinFtheFlasicityFofFxitrilesTFJournaldofdOrganicd
ChemistryRF1998RF]YRFZcZaSZc[Y 4.2 23

166 RoleFofFsugarFreSpuckeringFinFtheFtransitionFofFkFandFlFformsFofFnxkFinFsolutionTFkFmolecularF
dynamicsFstudyTFJournaldofdBiomoleculardStructuredanddDynamicsRF1999RFWaRFbcScc 3.6 23

165 xucleosomeFarchitectureFthroughoutFtheFcellFcycleTFScientificdReportsRF2016RF]RFWcaXc 4.9 23

164 RepairFofF– SsnducedFnxkFnamageFsndependentFofFxucleotideFoxcisionFRepairFssFwaskedFbyF
w–”YrTFMoleculardCellRF2017RF]bRFacaSbVaTea 17.6 22

163 zerformanceFofFtheFsopSw“”FsolvationFcontinuumFmodelFinFtheF“kwzvXFblindFtestFpredictionFofF
hydrationFandFtautomerizationFfreeFenergiesTFJournaldofdComputersAideddMoleculardDesignRF2010RFXZRFXbWScW4.2 22

Modesto Orozco Lˆ‡pez

14



162 nxklivedFaFtoolFforFtheFphysicalFanalysisFofFnxkFatFtheFgenomicFscaleTFBioinformaticsRF2008RFXZRFWaYWSX 7.2 22

161 nissectionFofFtheFrecognitionFpropertiesFofFpYbFwkzFkinaseTFneterminationFofFtheFbindingFmodeFofF
aFnewFpyridinylSheterocycleFinhibitorFfamilyTFJournaldofdMedicinaldChemistryRF2007RF[VRFXbYScY 8.3 22

160 offectFofF“olvationFonFtheFmhargeFnistributionFofFaF“eriesFofFknionicRFxeutralRFandFmationicF“peciesTF
kFQuantumFwolecularF“imilarityF“tudyTFThedJournaldofdPhysicaldChemistryRF1996RFWVVRF]V]S]WV 22

159 ReactivityFofFplanarFandFtwistedFamidesFinFvacuumFandFaqueousFenvironmentsdFanFabFinitioFwozF
studyTFJournaldofdthedChemicaldSocietydPerkindTransactionsdIIRF1993RF]bY 22

158 omergenceFofFchromatinFhierarchicalFloopsFfromFproteinFdisorderFandFnucleosomeFasymmetryTF
ProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesdofdAmericaRF2020RFWWaRFaXW]SaXXZ 11.5 21

157 “pecificFloopFmodificationsFofFtheFthrombinSbindingFaptamerFtriggerFtheFformationFofFparallelF
structuresTFFEBSdJournalRF2014RFXbWRFWVb[Scc 5.7 21

156 oxplorationFofFconformationalFtransitionFpathwaysFfromFcoarseSgrainedFsimulationsTFBioinformaticsRF
2013RFXcRFWcbVS] 7.2 21

155 ReliabilityFofFwozFandFwozSderivedFpropertiesFcomputedFfromFnp”FmethodsFforFmoleculesF
containingFzRF“FandFmvTFTheoreticaldChemistrydAccountsRF1997RFcbRFZXSZc 1.9 21

154 lenzoderivativesFofFnucleicFacidFbasesFasFmodifiedFnxkFbuildingFblocksTFJournaldofdPhysicald
ChemistrydARF2006RFWWVRF[WVSb 2.8 21

153 wolecularFdynamicsFstudyFofFXrotaxanesdFinfluenceFofFsolvationFandFcationFonFcoSconformationTF
JournaldofdOrganicdChemistryRF2003RF]bRFZ]]YSaY 4.2 21

152 zroteinFflexibilityFfromFdiscreteFmolecularFdynamicsFsimulationsFusingFquasiSphysicalFpotentialsTF
Proteins:dStructurerdFunctiondanddBioinformaticsRF2010RFabRFbYScZ 4.2 20

151 klternativeFsplicingFmechanismsFforFtheFmodulationFofFproteinFfunctiondFconservationFbetweenF
humanFandFotherFspeciesTFJournaldofdMoleculardBiologyRF2004RFYY[RFZc[S[VX 6.5 20

150 wodelingRF“imulationsRFandFlioinformaticsFatFtheF“erviceFofFRxkF“tructureTFCheMRF2019RF[RF[WSaY 16.2 20

149 liooxcelFluildingFllocksRFaFsoftwareFlibraryFforFinteroperableFbiomolecularFsimulationFworkflowsTF
ScientificdDataRF2019RF]RFW]c 8.2 19

148 ”heFconformationalFlandscapeFofFanFintrinsicallyFdisorderedFnxkSbindingFdomainFofFaFtranscriptionF
regulatorTFJournaldofdPhysicaldChemistrydBRF2013RFWWaRFWYbZXS[V 3.4 19

147 puzzinessFandFnoiseFinFnucleosomalFarchitectureTFNucleicdAcidsdResearchRF2014RFZXRFZcYZSZ] 20.1 19

146 manFnivalentFwetalFmationsF“tabilizeFtheF”riplexFwotifiF”heoreticalF“tudyFofFtheFsnteractionFofFtheF
rydratedFwgXQFmationFwithFtheFqâ��q´•mF”ripletTFJournaldofdPhysicaldChemistrydBRF2002RFWV]RFbbZcSbb[a 3.4 19

145 snntagsdFsmallFselfSstructuredFepitopesFforFinnocuousFproteinFtaggingTFNaturedMethodsRF2015RFWXRFc[[Sb 21.6 18

(2015-2008)

15



144 ”heFstaticFandFdynamicFstructuralFheterogeneitiesFofFlSnxkdFextendingFmalladineSnickersonFrulesTF
NucleicdAcidsdResearchRF2019RFZaRFWWVcVSWWWVX 20.1 18

143 “tructureFandFdynamicsFofFoligonucleotidesFinFtheFgasFphaseTFAngewandtedChemiedsdInternationald
EditionRF2015RF[ZRFZ]aSaW 16.4 18

142 ”heFeffectFofFhydrationFonFtheFmolecularFchargeFdistributionFofFcationsTFknFabFinitioF“mRpFstudyTF
ChemicaldPhysicsdLettersRF1995RFXYXRF[VcS[Wa 2.5 18

141 nxkFstructureFdirectsFpositioningFofFtheFmitochondrialFgenomeFpackagingFproteinFkbfXpTFNucleicd
AcidsdResearchRF2017RFZ[RFc[WSc]a 20.1 17

140 vightFonFtheFstructuralFcommunicationFinFRasFq”zasesTFJournaldofdBiomoleculardStructuredandd
DynamicsRF2013RFYWRFWZXS[a 3.6 17

139 mymydFaFsimpleFtoolFtoFenrichFtheFrepresentationFofFconformationalFvariabilityFinFxwRFstructuresTF
Proteins:dStructurerdFunctiondanddBioinformaticsRF2009RFa[RFXV]SW] 4.2 17

138 zerformanceFofFtheFsopSw“”FsolvationFcontinuumFmodelFinFaFblindFtestFpredictionFofFhydrationFfreeF
energiesTFJournaldofdPhysicaldChemistrydBRF2009RFWWYRFcYYVSZ 3.4 17

137 nestabilizationFofFquadruplexFnxkFbyFbSaminoguanineTFChemBioChemRF2006RFaRFZ]Sb 3.8 17

136 kromaticitySinducedFchangesFinFelectronicFpropertiesFofFsizeSexpandedFnxkFbasesdFmaseFofFxmTF
InternationaldJournaldofdQuantumdChemistryRF2006RFWV]RFXYYcSXYZ] 2.1 17

135 rydrophobicFsimilarityFbetweenFmoleculesdFaFw“”SbasedFhydrophobicFsimilarityFindexTFJournaldofd
ComputationaldChemistryRF2002RFXYRF[[ZS]Y 3.5 17

134 –seFofFbioinformaticsFtoolsFforFtheFannotationFofFdiseaseSassociatedFmutationsFinFanimalFmodelsTF
Proteins:dStructurerdFunctiondanddBioinformaticsRF2005RF]WRFbabSba 4.2 17

133
kFquantumFchemicalFstudyFofFtheFenzymaticFdeaminationFofFbenzoadenineFderivativesTFkF
theoreticalFmodelFofFtheFinteractionsFoccurringFbetweenFnucleosidesFandFtheFactiveFsiteFofF
adenosineFdeaminaseTFFEBSdJournalRF1990RFWbbRFW[[S]Y

17

132
“tructuralFbasisFofFaFhistidineSnxkFnickingUjoiningFmechanismFforFgeneFtransferFandFpromiscuousF
spreadFofFantibioticFresistanceTFProceedingsdofdthedNationaldAcademydofdSciencesdofdthedUniteddStatesd
ofdAmericaRF2017RFWWZRFo][X]So][Y[

11.5 17

131 “mallFnetailsFwatterdF”heFXMSrydroxylFasFaFmonformationalF“witchFinFRxkTFJournaldofdthedAmericand
ChemicaldSocietyRF2016RFWYbRFW]Y[[SW]Y]Y 16.4 16

130 kssessingFtheFsuitabilityFofFtheFmultilevelFstrategyFforFtheFconformationalFanalysisFofFsmallFligandsTF
JournaldofdPhysicaldChemistrydBRF2015RFWWcRFWW]ZSaX 3.4 16

129 –nitedSktomFniscreteFwolecularFnynamicsFofFzroteinsF–singFzhysicsSlasedFzotentialsTFJournaldofd
ChemicaldTheorydanddComputationRF2008RFZRFXVVWSWV 6.4 16

128 oxtensionFofFtheFw“”FcontinuumFsolvationFmodelFtoFtheFRwWFsemiempiricalFramiltonianTFJournaldofd
ComputationaldChemistryRF2008RFXcRF[abSba 3.5 16

127 RationalFdesignFofFreversibleFacetylcholinesteraseFinhibitorsTFMinisReviewsdindMedicinaldChemistryRF
2002RFXRFXaSY] 3.2 16
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126 officientFsiRxkSpeptideFconjugationFforFspecificFtargetedFdeliveryFintoFtumorFcellsTFChemicald
CommunicationsRF2017RF[YRFXbaVSXbaY 5.8 15

125 ”heFRoleFofF–nconventionalFrydrogenFlondsFinFneterminingFlssFzropensitiesFinFlSnxkTFJournaldofd
PhysicaldChemistrydLettersRF2017RFbRFXWSXb 6.4 15

124 rowFlSnxkFnynamicsFnecipherF“equenceS“electiveFzroteinFRecognitionTFJournaldofdMoleculard
BiologyRF2019RFZYWRFYbZ[SYb[c 6.5 15

123 smprovedFnucleicFacidFdescriptorsFforFsiRxkFefficacyFpredictionTFNucleicdAcidsdResearchRF2013RFZWRFWYbYScZ20.1 15

122 “tructuralRFdynamicalRFandFelectronicFtransportFpropertiesFofFmodifiedFnxkFduplexesFcontainingF
sizeSexpandedFnucleobasesTFJournaldofdPhysicaldChemistrydARF2011RFWW[RFWWYZZS[Z 2.8 15

121 ynFtheForiginFofFtheFstereoselectivityFinFtheFalkylationFofFoxazolopiperidoneFenolatesTFJournaldofdthed
AmericandChemicaldSocietyRF2006RFWXbRF][bWSb 16.4 15

120 offectFofFbulkyFlesionsFonFnxkdFsolutionFstructureFofFaFnxkFduplexFcontainingFaFcholesterolFadductTF
JournaldofdBiologicaldChemistryRF2004RFXacRFXZ[[XS]V 5.4 15

119 wonteFmarloSw“”dFxewFstrategyFforFrepresentationFofFsolventFconfigurationalFspaceFinFsolutionTF
JournaldofdComputationaldChemistryRF1999RFXVRF]][S]ab 3.5 15

118 momputationalFzredictionFofFrs SWFResistanceFtoFzroteaseFsnhibitorsTFJournaldofdChemicald
InformationdanddModelingRF2016RF[]RFcW[SXY 6.1 15

117 mhallengesFofFdockingFinFlargeRFflexibleFandFpromiscuousFbindingFsitesTFBioorganicdanddMedicinald
ChemistryRF2016RFXZRFZc]WSZc]c 3.4 15

116 kllosterismFandFsignalFtransferFinFnxkTFNucleicdAcidsdResearchRF2018RFZ]RFa[[ZSa[][ 20.1 15

115 niscreteFwolecularFnynamicsFkpproachFtoFtheF“tudyFofFnisorderedFandFkggregatingFzroteinsTF
JournaldofdChemicaldTheorydanddComputationRF2017RFWYRFWZ[ZSWZ]W 6.4 14

114 “tructureFandFpropertiesFofFnxkFinFapolarFsolventsTFJournaldofdPhysicaldChemistrydBRF2014RFWWbRFb[ZVSb 3.4 14

113 kbFinitioFstudyFofFtheFstructuralRFtautomericRFpairingRFandFelectronicFpropertiesFofFselenoSderivativesF
ofFthymineTFJournaldofdPhysicaldChemistrydBRF2009RFWWYRFWZZ][SaX 3.4 14

112 ”heoreticalFstudyFofFtheFroogsteenSWatsonSmrickFjunctionsFinFnxkTFBiophysicaldJournalRF2006RFcVRFWVVVSb2.9 14

111 zarallelSstrandedFhairpinsFcontainingFbSaminopurinesTFxovelFefficientFprobesFforFtripleShelixF
formationTFBioorganicdanddMedicinaldChemistrydLettersRF2001RFWWRFWa]WSY 2.9 14

110 ”heFwultipleFRolesFofFWatersFinFzroteinF“olvationTFJournaldofdPhysicaldChemistrydBRF2017RFWXWRFY]Y]SY]ZY 3.4 13

109 wechanismFofF“tructuralF”uningFofFtheFrepatitisFmF irusFrumanFmellularFReceptorFmnbWFvargeF
oxtracellularFvoopTFStructureRF2017RFX[RF[YS][ 5.2 13

(2017-2017)
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108 klternativeFsplicingFofFtranscriptionFfactorsMFgenesdFbeyondFtheFincreaseFofFproteomeFdiversityTF
ComparativedanddFunctionaldGenomicsRF2009RFcV[bcZ 13

107 qRsnSwnSkFtoolFforFmassiveFsimulationFofFproteinFchannelsTFProteins:dStructurerdFunctiondandd
BioinformaticsRF2008RFaVRFbcXSc 4.2 13

106 onergyFdecompositionFinFmolecularFcomplexesdFimplicationsFforFtheFtreatmentFofFpolarizationFinF
molecularFsimulationsTFJournaldofdComputationaldChemistryRF2003RFXZRFWX]YSa[ 3.5 13

105 “implifiedFdescriptionsFofFtheFtopologicalFdistributionFofFhydrophilicUhydrophobicFcharacteristicsFofF
moleculesTFPhysicaldChemistrydChemicaldPhysicsRF2000RFXRFZbcaSZcV[ 3.6 13

104 wodulationFofFtheFhelicalFpropertiesFofFnxkdFnextStoSnearestFneighbourFeffectsFandFbeyondTF
NucleicdAcidsdResearchRF2019RFZaRFZZWbSZZYV 20.1 12

103 ”heFproteinFfoldingFtransitionSstateFensembleFfromFaFq¯�SlikeFmodelTFPhysicaldChemistrydChemicald
PhysicsRF2011RFWYRFW[W]]SaZ 3.6 12

102 “tructureSdirectedFreversionFinFtheFpiSfacialFstereoselectiveFalkylationFofFchiralFbicyclicFlactamsTF
JournaldofdOrganicdChemistryRF2008RFaYRFaa[]S]Y 4.2 12

101 nataFminingFofFmolecularFdynamicsFtrajectoriesFofFnucleicFacidsTFJournaldofdBiomoleculardStructured
anddDynamicsRF2006RFXYRFZZaS[] 3.6 12

100 wulticentricFchargesFforFtheFaccurateFrepresentationFofFelectrostaticFinteractionsFinFforceSfieldF
calculationsFforFsmallFmoleculesTFChemicaldPhysicsRF1994RFWbcRF[aYS[bZ 2.3 12

99 kbFinitioFstudyFofFbondFstretchingdFsmplicationsFinFforceSfieldFparametrizationFforFmolecularF
mechanicsFandFdynamicsTFJournaldofdComputationaldChemistryRF1993RFWZRFbbWSbcZ 3.5 12

98
”heoreticalFstudyFofFtheFhydroxylFnucleophilicFattackFonFtheF]SaminopyrimidineFmoleculedF
functionalFimplicationsFinFtheFreactionFmechanismFofFnucleosideFdeaminativeFenzymesTFJournaldofd
OrganicdChemistryRF1990RF[[RFX]YVSX]Ya

4.2 12

97 zroteinFdisorderStoSorderFtransitionFenhancesFtheFnucleosomeSbindingFaffinityFofFrWTFNucleicdAcidsd
ResearchRF2020RFZbRF[YWbS[YYW 20.1 11

96 oxploringFearlyFstagesFofFtheFchemicalFunfoldingFofFproteinsFatFtheFproteomeFscaleTFPLoSd
ComputationaldBiologyRF2013RFcRFeWVVYYcY 5 11

95 –nravellingFtheFhiddenFnxkFstructuralUphysicalFcodeFprovidesFnovelFinsightsFonFpromoterFlocationTF
NucleicdAcidsdResearchRF2013RFZWRFaXXVSYV 20.1 11

94 ”ripleFhelixFstabilizationFpropertiesFofFoligonucleotidesFcontainingFbSaminoSXMSdeoxyguanosineTF
BioorganicdanddMedicinaldChemistrydLettersRF1998RFbRFYVWWS] 2.9 11

93 ”ransferabilityFofFfragmentalFcontributionsFtoFtheFoctanolUwaterFpartitionFcoefficientdFanF
xnnySbasedFw“”FstudyTFJournaldofdComputationaldChemistryRF2003RFXZRFYXSZ[ 3.5 11

92 oxperimentalFandFmodellingFstudiesFonFtheFnxkFcleavageFbyFelsamicinFkTFFEBSdJournalRF1992RFXVbRFXXaSYY 11

91 zroteinFplexibilityFandF“ynergyFofFrwqFnomainsF–nderlieF–S”urnFlendingFofFnxkFbyF”pkwFinF
“olutionTFBiophysicaldJournalRF2018RFWWZRFXYb]SXYc] 2.9 11
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90 zlasticityFinFoligomerizationRFoperatorFarchitectureRFandFnxkFbindingFinFtheFmodeFofFactionFofFaF
bacterialFlSbasedFphotoreceptorTFJournaldofdBiologicaldChemistryRF2018RFXcYRFWabbbSWacV[ 5.4 11

89 zredictingFtheFvimitFofFsntramolecularFrydrogenFlondingFwithFmlassicalFwolecularFnynamicsTF
AngewandtedChemiedsdInternationaldEditionRF2019RF[bRFYa[cSYa]Y 16.4 10

88 kFmultiSmodalFcoarseFgrainedFmodelFofFnxkFflexibilityFmappableFtoFtheFatomisticFlevelTFNucleicd
AcidsdResearchRF2020RFZbRFeXc 20.1 10

87 officientFRelaxationFofFzroteinSzroteinFsnterfacesFbyFniscreteFwolecularFnynamicsF“imulationsTF
JournaldofdChemicaldTheorydanddComputationRF2013RFcRFWXXXSc 6.4 10

86
zkm“kldFmoarseSqrainedFporceFpieldFforFtheF“tudyFofFzroteinSzroteinFsnteractionsFandF
monformationalF“amplingFinFwultiproteinF“ystemsTFJournaldofdChemicaldTheorydanddComputationRF
2015RFWWRF[cXcSYb

6.4 10

85 kpplicationFofFnrugSzerturbedFossentialFnynamicsUwolecularFnynamicsFNonUwnOFtoF irtualF
“creeningFandFRationalFnrugFnesignTFJournaldofdChemicaldTheorydanddComputationRF2012RFbRFXXVZSWZ 6.4 10

84 zarametrizationFofFtheFqwszpFforFtheFstudyFofFstackingFinteractionsTFJournaldofdComputationald
ChemistryRF1999RFXVRFcYaScZ] 3.5 10

83 oxploringFtheFmonformationalFvandscapeFofFlioactiveF“mallFwoleculesTFJournaldofdChemicaldTheoryd
anddComputationRF2020RFW]RF][a[S][b[ 6.4 10

82 knFartificialFnxkzymeFRxkFligaseFshowsFaFreactionFmechanismFresemblingFthatFofFcellularF
polymerasesTFNaturedCatalysisRF2019RFXRF[ZZS[[X 36.5 9

81 “evenSwemberedFRingFxucleosideFknaloguesdF“tereoselectiveF“ynthesisFandF“tudiesFonF”heirF
monformationalFzropertiesTFOrganicdLettersRF2015RFWaRF[ZW]Sc 6.2 9

80 ”heFnxkSformingFpropertiesFofF]SselenoguanineTFPhysicaldChemistrydChemicaldPhysicsRF2014RFW]RFWWVWSWV 3.6 9

79
punctionalizationFofFtheFYMSendsFofFnxkFandFRxkFstrandsFwithFxSethylSxScoupledFnucleosidesdFaF
promisingFapproachFtoFavoidFYMSexonucleaseScatalyzedFhydrolysisFofFtherapeuticFoligonucleotidesTF
ChemBioChemRF2013RFWZRF[WVSXV

3.8 9

78 pastFktomisticFwolecularFnynamicsF“imulationsFfromFossentialFnynamicsF“amplingsTFJournaldofd
ChemicaldTheorydanddComputationRF2012RFbRFacXSc 6.4 9

77 nefiningFtheFnatureFofFthermalFintermediateFinFYFstateFfoldingFproteinsdFapoflavodoxinRFaFstudyF
caseTFPLoSdComputationaldBiologyRF2012RFbRFeWVVX]Za 5 9

76 wixedFQwUwwFmolecularFelectrostaticFpotentialsTFJournaldofdComputersAideddMoleculardDesignRF
2000RFWZRFYXcSYc 4.2 9

75 ”heoreticalFkpproximationFtoFtheFReactionFwechanismFofFkdenosineFneaminaseTFQSARdandd
CombinatorialdScienceRF1989RFbRFWVcSWWZ 9

74 monformationalFplasticityFofFReplRFtheFreplicationFinitiatorFproteinFofFpromiscuousFstreptococcalF
plasmidFpw W[bTFScientificdReportsRF2016RF]RFXVcW[ 4.9 9

73 knFsnSnepthFvookFatFnxkFmrystalsFthroughFtheFzrismFofFwolecularFnynamicsF“imulationsTFCheMRF
2019RF[RF]ZcS]]Y 16.2 9

(2019-2018)
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72 ynFtheFreactionFmechanismFofFclassFziFglutathioneF“StransferaseF1997RFXbRF[YVS[ZX 8

71 zartitionFofFproteinFsolvationFintoFgroupFcontributionsFfromFmolecularFdynamicsFsimulationsTF
Proteins:dStructurerdFunctiondanddBioinformaticsRF2005RF[bRFWVWSc 4.2 8

70 montinuumFandFdiscreteFcalculationFofFfractionalFcontributionsFtoFsolvationFfreeFenergyTFJournaldofd
ComputationaldChemistryRF2003RFXZRFW]WVSXY 3.5 8

69 rydrophobicFmolecularFsimilarityFfromFw“”FfractionalFcontributionsFtoFtheFoctanolUwaterFpartitionF
coefficientTFJournaldofdComputersAideddMoleculardDesignRF2005RFWcRFZVWSWc 4.2 8

68 offectFofF“olventFzolarizationFonFlimolecularFsnteractionsTFThedJournaldofdPhysicaldChemistryRF1995RF
ccRFWWYZZSWWYZc 8

67 wolecularFdynamicsFstudyFofFtheFbindingFofFelsamicinFkFtoFnxkTFFEBSdJournalRF1995RFXYVRF[[[S]] 8

66 kbFinitioFstudyFofFtheFprotonationFandFtheFtautomerismFofFtheFaSaminopyrazolopyrimidineF
moleculeTFJournaldofdOrganicdChemistryRF1990RF[[RFa[YSa[] 4.2 8

65 wutationFinFukR“dFk´ novelFmechanismFforFsevereFanaphylaxisTFJournaldofdAllergydanddClinicald
ImmunologyRF2021RFWZaRFWb[[SWb]ZTec 11.5 8

64 smpactFofFnxkFmethylationFonFYnFgenomeFstructureTFNaturedCommunicationsRF2021RFWXRFYXZY 17.4 8

63 “oklondF“mallFmoloculeFactivityFscannerFwelFservicoFbasenTFBioinformaticsRF2015RFYWRFaaYS[ 7.2 7

62
oxploringFtheFcompleteFmutationalFspaceFofFtheFvnvFreceptorFvk[FdomainFusingFmolecularF
dynamicsdFlinkingF“xzsFwithFdiseaseFphenotypesFinFfamilialFhypercholesterolemiaTFHumandMoleculard
GeneticsRF2016RFX[RFWXYYSZ]

5.6 7

61 “olvationFenthalpiesFofFneutralFsolutesFinFwaterFandFoctanolTFTheoreticaldChemistrydAccountsRF2009RF
WXYRFWWSXV 1.9 7

60 ynFtheF–seFofFlowSresolutionFnataFtoFsmproveF“tructureFzredictionFofFzroteinsFandFzroteinF
momplexesTFJournaldofdChemicaldTheorydanddComputationRF2009RF[RFYWXcSYa 6.4 7

59 kFhydrophobicFsimilarityFanalysisFofFsolvationFeffectsFonFnucleicFacidFbasesTFJournaldofdMoleculard
ModelingRF2007RFWYRFY[aS][ 2 7

58 vinearFresponseFtheorydFanFalternativeFtoFzlFandFqlFmethodsFforFtheFanalysisFofFmolecularF
dynamicsFtrajectoriesiTFProteins:dStructurerdFunctiondanddBioinformaticsRF2004RF[aRFZ[bS]a 4.2 7

57 xucleicFkcidFlasesFinF“olutionTFTheoreticaldanddComputationaldChemistryRF1999RFbRFWWcSW]] 7

56 zkzQwnUkwWFzarametrizationFofFtheFbondedFtermFofFaromaticFbiomoleculesTFBiopolymersRF1994RF
YZRFcZWSc[[ 2.2 7

55 wolecularFdynamicsFstudyFofFnaturallyFexistingFcavityFcouplingsFinFproteinsTFPLoSdONERF2015RFWVRFeVWWccab3.7 7
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54 nxkFspecificitiesFmodulateFtheFbindingFofFhumanFtranscriptionFfactorFkFtoFmitochondrialFnxkF
controlFregionTFNucleicdAcidsdResearchRF2019RFZaRF][WcS][Ya 20.1 6

53 ”heFyriginsFandFtheFliologicalFmonsequencesFofFtheFzurUzyrFnxk´•RxkFksymmetryTFCheMRF2019RF[RFW]WcSW]YW16.2 6

52 “tructureFandFnynamicsFofFyligonucleotidesFinFtheFqasFzhaseTFAngewandtedChemieRF2015RFWXaRFZaaSZbW 3.6 6

51 RationalFdesignFofFnovelFxSalkylSxFcappedFbiostableFRxkFnanostructuresFforFefficientFlongStermF
inhibitionFofFgeneFexpressionTFNucleicdAcidsdResearchRF2016RFZZRFZY[ZS]a 20.1 6

50 lackboneFpmiriiiyFrydrogenFlondsFinFXipS“ubstitutedFxucleicFkcidsTFAngewandtedChemieRF2013RF
WX[RFWXXbaSWXXcV 3.6 6

49 manFkFnenaturantF“tabilizeFnxkiFzyridineFReversesFnxkFnenaturationFinFkcidicFprTFAngewandted
ChemiedsdInternationaldEditionRF2015RF[ZRFWVZbbScW 16.4 6

48 offectsFofFlocalFelectricFfieldsFonFtheFredoxFfreeFenergyFofFsingleFstrandedFnxkTFChemicald
CommunicationsRF2011RFZaRFX]Z]Sb 5.8 6

47 qroupFcontributionsFtoFtheFsolvationFfreeFenergyFfromFw“”FcontinuumFcalculationsTFBraziliand
JournaldofdPhysicsRF2004RFYZRFZbS[a 1.2 6

46 w“”FstudyFofFgroupFcontributionsFforFalkaneFderivativesdFeffectFofFtheFchargeFnormalizationTF
ChemicaldPhysicsdLettersRF2004RFYbZRFXccSYV[ 2.5 6

45 lioactiveFmonformationalFonsembleF“erverFandFnatabaseTFkFzublicFprameworkFtoF“peedF–pFnrugF
niscoveryTFJournaldofdChemicaldTheorydanddComputationRF2020RFW]RF][b]S][ca 6.4 6

44 lio“uperdFaFwebFtoolFforFtheFsuperimpositionFofFbiomoleculesFandFassembliesFwithFrotationalF
symmetryTFBMCdStructuraldBiologyRF2013RFWYRFYX 2.7 5

43 kFgenomicsFmethodFtoFidentifyFpathogenicitySrelatedFproteinsTFkpplicationFtoFaminoacylStRxkF
synthetaseSlikeFproteinsTFFEBSdLettersRF2010RF[bZRFZ]VS] 3.8 5

42 RxkSnependentFRxkFzolymeraseFpromF“kR“Smo SXTFwechanismFyfFReactionFkndFsnhibitionFlyFRemdesivir 5

41 molibactinFnxkFdamageFsignatureFindicatesFcausativeFroleFinFcolorectalFcancer 5

40 “urvivingFtheFdelugeFofFbiosimulationFdataTFWileydInterdisciplinarydReviews:dComputationaldMoleculard
ScienceRF2020RFWVRFeWZZc 7.9 5

39 zredictingFtheFvimitFofFsntramolecularFrydrogenFlondingFwithFmlassicalFwolecularFnynamicsTF
AngewandtedChemieRF2019RFWYWRFYaccSYbVY 3.6 4

38 snhibitionFofFrumanFonhancerFofF·esteFromologFXFwithF”ambjamineFknalogsTFJournaldofdChemicald
InformationdanddModelingRF2018RF[aRFXVbcSXVcb 6.1 4

37 qeometryRFnynamicsRFandFolectronicF“tructureFofFnxkâ��marbonFxanotubeFrybridsTFJournaldofd
PhysicaldChemistrydCRF2012RFWW]RFWWXabSWWXbX 3.8 4
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36
mharacterizationFofFtheFimpactFofFalternativeFsplicingFonFproteinFdynamicsdFtheFcasesFofFglutathioneF
“StransferaseFandFectodysplasinSkFisoformsTFProteins:dStructurerdFunctiondanddBioinformaticsRF2012RF
bVRFXXY[SZc

4.2 4

35 –niqueFtautomericFandFrecognitionFpropertiesFofFthioketothyminesiTFJournaldofdthedAmericand
ChemicaldSocietyRF2009RFWYWRFWXbZ[S[Y 16.4 4

34 wultipleFRoutesFtoFmharacterizeFtheFpoldingFofFaF“mallFnxkFrairpinTFAngewandtedChemieRF2010RF
WXXRFabYcSabZX 3.6 4

33 “yntheticFstudiesFonFindoleFalkaloidsF sssTFWF“ynthesisFandFreactivityFofFasymmetricF
XSindolyiSZSmethylenepiperidinesTFTetrahedronRF1995RF[WRFa[XaSa[Z] 2.4 4

32 xucleosomeFnynamicsdFaFnewFtoolFforFtheFdynamicFanalysisFofFnucleosomeFpositioningTFNucleicd
AcidsdResearchRF2019RFZaRFc[WWSc[XY 20.1 3

31 “tructuralFpropertiesFofFgRtSparallelFduplexesTFJournaldofdNucleicdAcidsRF2010RFXVWVRF 2.3 3

30 leyondFtheFmontinuumFkpproachZccS]V[ 3

29 kFprocedureFforFidentifyingFhomologousFalternativeFsplicingFeventsTFBMCdBioinformaticsRF2007RFbRFX]V 3.6 3

28 kFfastFmethodFforFtheFdeterminationFofFfractionalFcontributionsFtoFsolvationFinFproteinsTFProteind
ScienceRF2006RFW[RFX[X[SYY 6.3 3

27 wodifiedFyligonucleotidesFwithF”ripleSrelixF“tabilizationFzropertiesTFNucleosidesdkdNucleotidesRF
1999RFWbRFW]WcSW]XW 3

26 monformationalFknalysisFofFXSkrylSZSpiperidonesTFoffectFofFtheFsndoleFzrotectiveFzhenylsulfonylF
qroupTFHeterocyclesRF1992RFYZRFZZc 0.8 3

25 “tructureFofFxucleicFkcidsFinFtheFqasFzhaseTFPhysicaldChemistrydindActionRF2014RF[[Sa[ 3

24  erixkYddFanFRFpackageFforFnucleicFacidsFdataFminingTFBioinformaticsRF2019RFY[RF[YYZS[YY] 7.2 2

23
”heFdynamicFviewFofFproteinsdFcommentFonFHmomparingFproteinsFtoFtheirFinternalFdynamicsdF
exploringFstructureSfunctionFrelationshipsFbeyondFstaticFstructuralFalignmentsHTFPhysicsdofdLifed
ReviewsRF2013RFWVRFXcSYVeFdiscussionFYcSZV

2.1 2

22 RealS”imeFktomisticFnescriptionFofFnxkF–nfoldingTFAngewandtedChemieRF2010RFWXXRFZcW[SZcWb 3.6 2

21 ”riplexFformationFusingFoligonucleotideFclampsFcarryingFbSaminopurinesTFNucleosidesrdNucleotidesd
anddNucleicdAcidsRF2007RFX]RFcacSbY 1.4 2

20 pastFestimationFofFhydrogenSbondingFdonorFandFacceptorFpropensitiesdFaFqwszpFstudyTFJournaldofd
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