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417 npplicationIofIβiteVvdentificationIbyIyigandIpompetitiveIβaturationIinIpomputerVnidedIqrugI
qesignWWINewfJournalfoffChemistryUI2022UIacUIfZfVf][ 3.6 1

416 pholecalciferolIcomplexationIwithIhydroxypropylV˛†VcyclodextrinIQu−opqRIandIitsImolecularI
dynamicsIsimulationWWIPharmaceuticalfDevelopmentfandfTechnologyUI2022UIZVZY 3.4 0

415 qevelopmentIofIpunαzzIndditiveI−otentialIrnergyI−arametersIforI˛–VzethylInminoIncidsWIJournalf
offPhysicalfChemistryfBUI2021UIZ[bUIZZcedVZZcfc 3.4

414 tlobalIOptimizationIofItheIyennardVwonesI−arametersIforItheIqrudeI−olarizableIsorceIsieldWI
JournalfoffChemicalfTheoryfandfComputationUI2021UIZdUIdYebVdYfb 6.4 0

413 −rofilingItheIγox[ZIphemicalIpollectionIforIncetylcholinesteraseIvnhibitionWIEnvironmentalfHealthf
PerspectivesUI2021UIZ[fUIadYYe 8.4 6

412 −rogressItowardIoVpellIyymphomaIcIoγoIqomainIvnhibitorsIforItheIγreatmentIofIqiffuseIyargeI
oVpellIyymphomaIandIoeyondWIJournalfoffMedicinalfChemistryUI2021UIcaUIa]]]Va]be 8.3 6

411
sunctionalItroupIqistributionsUI−artitionIpoefficientsUIandIαesistanceIsactorsIinIyipidIoilayersI
δsingIβiteIvdentificationIbyIyigandIpompetitiveIβaturationWIJournalfoffChemicalfTheoryfandf
ComputationUI2021UIZdUI]ZeeV][Y[

6.4 4

410 vnsightsIintoItlucoseVcVphosphateInllostericInctivationIofI˛†VtlucosidaseInWIJournalfoffChemicalf
InformationfandfModelingUI2021UIcZUIZf]ZVZfaZ 6.1 1

409 ndditiveIpunαzz]cIsorceIsieldIforI–onstandardInminoIncidsWIJournalfoffChemicalfTheoryfandf
ComputationUI2021UIZdUI]bbaV]bdY 6.4 5

408 βiteVβelectiveIphemoenzymaticIzodificationIonItheIporeIsucoseIofIanInntibodyIrnhancesIvtsIsc˛‡I
αeceptorInffinityIandInqppInctivityWIJournalfoffthefAmericanfChemicalfSocietyUI2021UIZa]UIde[eVde]e 16.4 6

407 γowardIoiotherapeuticsIsormulationIpompositionIrngineeringIusingIβiteVvdentificationIbyIyigandI
pompetitiveIβaturationIQβvypβRWIJournalfoffPharmaceuticalfSciencesUI2021UIZZYUIZZY]VZZZY 3.9 4

406 βimpleIβynthesisIofIaIueterocyclophaneIrxhibitingInntiVcVzetInctivityIbyInctingIasIaIuatchI
olockingInccessItoItheInctiveIβiteSWIChemistryftfAfEuropeanfJournalUI2021UI[dUIZcaeVZcba 4.8 1

405 βmallImoleculesIinhibitorsIofItheIheterogeneousIribonuclearIproteinInZeIQhnα–−InZeRgIaIregulatorI
ofIproteinItranslationIandIanIimmuneIcheckpointWINucleicfAcidsfResearchUI2021UIafUIZ[]bVZ[ac 20.1 2

404 βpecificityIofIzolecularIsragmentsIoindingItoIβZYYoIversusIβZYYnZIasIvdentifiedIbyI–zαIandIβiteI
vdentificationIbyIyigandIpompetitiveIβaturationIQβvypβRWIMoleculesUI2021UI[cUI 4.8 2

403 βtereoisomerizationIofIhumanIconstitutiveIandrostaneIreceptorIagonistIpvγpOWITetrahedronUI2021UI
dfUIZ]Zeec 2.4 0

402 −olarizationIrffectsIinIπaterVzediatedIβelectiveIpationIγransportIacrossIaI–arrowIγransmembraneI
phannelWIJournalfoffChemicalfTheoryfandfComputationUI2021UIZdUIZd[cVZdaZ 6.4 7

401 βemiVautomatedIOptimizationIofItheIpunαzz]cIyipidIsorceIsieldItoIvncludeIrxplicitIγreatmentIofI
yongVαangeIqispersionWIJournalfoffChemicalfTheoryfandfComputationUI2021UIZdUIZbc[VZbeY 6.4 6
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400 vnsightsIintoIsubstrateIrecognitionIandIspecificityIforIvgtIbyIrndoglycosidaseIβ[WIPLoSf
ComputationalfBiologyUI2021UIZdUIeZYYfZY] 5 1

399 βpeciesVβpecificIrndotoxinIβtimulusIqeterminesIγollVyikeIαeceptorIaVIandIpaspaseIZZVzediatedI
−athwayInctivationIpharacteristicsWIMSystemsUI2021UIcUIeYY]Yc[Z 7.6 2

398 qiscoveryIofIbetaVlactamaseIpzχVZYIinhibitorsIforIcombinationItherapyIagainstImultiVdrugI
resistantIrnterobacteriaceaeWIPLoSfONEUI2021UIZcUIeY[aafcd 3.7 7

397 αapidIandIaccurateIestimationIofIproteinVligandIrelativeIbindingIaffinitiesIusingIsiteVidentificationI
byIligandIcompetitiveIsaturationWIChemicalfScienceUI2021UIZ[UIeeaaVeebe 9.4 5

396 punαzzVtδvIqrudeIprepperIforImolecularIdynamicsIsimulationIusingItheIclassicalIqrudeI
polarizableIforceIfieldWIJournalfoffComputationalfChemistryUI2021UI 3.5 4

395 pIpalculationsIwithItheI−olarizableIqrudeIsorceIsieldIandI−oissonVooltzmannIβolvationIzodelWI
JournalfoffChemicalfTheoryfandfComputationUI2020UIZcUIacbbVacce 6.4 7

394 vmpactIofIelectronicIpolarizabilityIonIproteinVfunctionalIgroupIinteractionsWIPhysicalfChemistryf
ChemicalfPhysicsUI2020UI[[UIceaeVcecY 3.6 7

393 αationallyIqesignedI−olypharmacologygI˛–VuelixIzimeticsIasIqualIvnhibitorsIofItheIOncoproteinsI
zclVZIandIuqz[WIChemMedChemUI2020UIZbUIZcfZVZcfe 3.7 1

392 OptimizationIofIaIoenzothiazoleIvndoleneIβcaffoldIγargetingIoacterialIpellIπallInssemblyWIDrugf
DesignsfDevelopmentfandfTherapyUI2020UIZaUIbcdVbda 4.4 4

391 zgIvmpactsItheIγwisterIαibozymeIthroughI−ushV−ullIβtabilizationIofI–onsequentialI−hosphateI
−airsWIBiophysicalfJournalUI2020UIZZeUIZa[aVZa]d 2.9 3

390 −redictingI−artitionIpoefficientsIofI–eutralIandIphargedIβolutesIinItheIzixedIβyrβVsattyIncidI
zicellarIβystemWIJournalfoffPhysicalfChemistryfBUI2020UIZ[aUIZcb]VZcca 3.4 2

389
βtructureIofItheIcellVbindingIcomponentIofItheIbinaryItoxinIrevealsIaIdiVheptamerImacromolecularI
assemblyWIProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaUI2020UI
ZZdUIZYafVZYbe

11.5 12

388 surtherIOptimizationIandIμalidationIofItheIplassicalIqrudeI−olarizableI−roteinIsorceIsieldWIJournalf
offChemicalfTheoryfandfComputationUI2020UIZcUI][[ZV][]f 6.4 22

387 qevelopingIxinaseIvnhibitorsIδsingIpomputerVnidedIqrugIqesignInpproachesI2020UIeZVZYe

386 oalancedIpolarizableIqrudeIforceIfieldIparametersIforImolecularIanionsgIphosphatesUIsulfatesUI
sulfamatesUIandIoxidesWIJournalfoffMolecularfModelingUI2020UI[cUIZb[ 2 5

385
vdentificationIandIcharacterizationIofIfragmentIbindingIsitesIforIallostericIligandIdesignIusingItheI
siteIidentificationIbyIligandIcompetitiveIsaturationIhotspotsIapproachIQβvypβVuotspotsRWIBiochimicaf
EtfBiophysicafActaftfGeneralfSubjectsUI2020UIZecaUIZ[fbZf

4 15

384 ss−aramgIβtandaloneIpackageIforIpunαzzIadditiveIandIqrudeIpolarizableIforceIfieldI
parametrizationIofIsmallImoleculesWIJournalfoffComputationalfChemistryUI2020UIaZUIfbeVfdY 3.5 19

383
pomputationalIpharacterizationIofInntibodyVrxcipientIvnteractionsIforIαationalIrxcipientIβelectionI
δsingItheIβiteIvdentificationIbyIyigandIpompetitiveIβaturationVoiologicsInpproachWIMolecularf
PharmaceuticsUI2020UIZdUIa][]Va]]]

5.6 7
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382
γheIβxvIcomplexIisIaIbroadVspectrumUIhostVdirectedIantiviralIdrugItargetIforIcoronavirusesUI
influenzaUIandIfilovirusesWIProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoff
AmericaUI2020UIZZdUI]YcedV]Ycfe

11.5 7

381 nssessingIhrαtZIolockadeIfromIoayesianIzachineVyearningVOptimizedIβiteIvdentificationIbyIyigandI
pompetitiveIβaturationIβimulationsWIJournalfoffChemicalfInformationfandfModelingUI2020UIcYUIcaefVcbYZ 6.1 4

380 pontributionsIandIcompetitionIofIzgIandIxIinIfoldingIandIstabilizationIofItheIγwisterIribozymeWI
RnaUI2020UI[cUIZdYaVZdZb 5.8 1

379 βtatisticalImechanicsIofIpolarizableIforceIfieldsIbasedIonIclassicalIqrudeIoscillatorsIwithIdynamicalI
propagationIbyItheIdualVthermostatIextendedIyagrangianWIJournalfoffChemicalfPhysicsUI2020UIZb]UIZZaZYe3.9 6

378 vmprovedIzodelingIofIpationVˇ�IandInnionVαingIvnteractionsIδsingItheIqrudeI−olarizableIrmpiricalI
sorceIsieldIforI−roteinsWIJournalfoffComputationalfChemistryUI2020UIaZUIa]fVaae 3.5 19

377 vonsIrverywherelIzgIinItheI˛…VOpioidIt−pαIandIntomicIqetailsIofIγheirIvmpactIonIsunctionWI
BiophysicalfJournalUI2020UIZZeUIde]Vdea 2.9 3

376 sorceIsieldsIforIβmallIzoleculesWIMethodsfinfMolecularfBiologyUI2019UI[Y[[UI[ZVba 1.4 15

375 zolecularIqynamicsIβimulationsIofIvonicIyiquidsIandIrlectrolytesIδsingI−olarizableIsorceIsieldsWI
ChemicalfReviewsUI2019UIZZfUIdfaYVdffb 68.1 206

374 OptimizationIandIrvaluationIofIβiteVvdentificationIbyIyigandIpompetitiveIβaturationIQβvypβRIasIaI
γoolIforIγargetVoasedIyigandIOptimizationWIJournalfoffChemicalfInformationfandfModelingUI2019UIbfUI]YZeV]Y]b6.1 27

373 vmpactIofIbranchingIonItheIconformationalIheterogeneityIofItheIlipopolysaccharideIfromIxlebsiellaI
pneumoniaegIvmplicationsIforIvaccineIdesignWICarbohydratefResearchUI2019UIadbUI]fVad 2.9 4

372 γowardI−redictionIofIrlectrostaticI−arametersIforIsorceIsieldsIγhatIrxplicitlyIγreatIrlectronicI
−olarizationWIJournalfoffChemicalfTheoryfandfComputationUI2019UIZbUI[acYV[acf 6.4 10

371 qrudeI−olarizableIsorceIsieldI−arametrizationIofIparboxylateIandIVncetylInmineIparbohydrateI
qerivativesWIJournalfoffChemicalfTheoryfandfComputationUI2019UIZbUIafe[VbYYY 6.4 9

370
βecondIharmonicIgenerationIdetectionIofIαasIconformationalIchangesIandIdiscoveryIofIaIsmallI
moleculeIbinderWIProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaUI
2019UIZZcUIZd[fYVZd[fd

11.5 11

369 βolvationIdynamicsgIimprovedIreproductionIofItheItimeVdependentIβtokesIshiftIwithIpolarizableI
empiricalIforceIfieldIchromophoreImodelsWIPhysicalfChemistryfChemicalfPhysicsUI2019UI[ZUIZddY]VZddZY 3.6 9

368 nnIactivatingImutationIofItheI–βq[IhistoneImethyltransferaseIdrivesIoncogenicIreprogrammingIinI
acuteIlymphocyticIleukemiaWIOncogeneUI2019UI]eUIcdZVcec 9.2 23

367 rxploringIproteinVproteinIinteractionsIusingItheIsiteVidentificationIbyIligandIcompetitiveIsaturationI
methodologyWIProteins:fStructuresfFunctionfandfBioinformaticsUI2019UIedUI[efV]YZ 4.2 10

366 pationVˇ�IvnteractionsIbetweenIzethylatedInmmoniumItroupsIandIγryptophanIinItheIpunαzz]cI
ndditiveIsorceIsieldWIJournalfoffChemicalfTheoryfandfComputationUI2019UIZbUIdVZ[ 6.4 25

365 vmprovedIzodelingIofIualogenatedIyigandV−roteinIvnteractionsIδsingItheIqrudeI−olarizableIandI
punαzzIndditiveIrmpiricalIsorceIsieldsWIJournalfoffChemicalfInformationfandfModelingUI2019UIbfUI[ZbV[[e6.1 13
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364 −redictionIofIzembraneI−ermeationIofIqrugIzoleculesIbyIpombiningIanIvmplicitIzembraneIzodelI
withIzachineIyearningWIJournalfoffChemicalfInformationfandfModelingUI2019UIbfUIZZadVZZc[ 6.1 14

363 −roperIbalanceIofIsolventVsoluteIandIsoluteVsoluteIinteractionsIinItheItreatmentIofItheIdiffusionIofI
glucoseIusingItheIqrudeIpolarizableIforceIfieldWICarbohydratefResearchUI2018UIabdUIaZVbY 2.9 12

362 −olarizableIsorceIsieldIforIzolecularIvonsIoasedIonItheIplassicalIqrudeIOscillatorWIJournalfoff
ChemicalfInformationfandfModelingUI2018UIbeUIff]VZYYa 6.1 27

361 pharacterizationIofIponformationalIrnsemblesIofI−rotonatedI–VglycansIinItheItasV−haseWIScientificf
ReportsUI2018UIeUIZcaa 4.9 9

360 −olarizableIrmpiricalIsorceIsieldIforIualogenVpontainingIpompoundsIoasedIonItheIplassicalIqrudeI
OscillatorWIJournalfoffChemicalfTheoryfandfComputationUI2018UIZaUIZYe]VZYfe 6.4 30

359 punαzzIqrudeI−olarizableIsorceIsieldIforItlycosidicIyinkagesIvnvolvingI−yranosesIandIsuranosesWI
JournalfoffChemicalfTheoryfandfComputationUI2018UIZaUI]Z][V]Za] 6.4 17

358 OptimizedIyennardVwonesI−arametersIforIqruglikeIβmallIzoleculesWIJournalfoffChemicalfTheoryfandf
ComputationUI2018UIZaUI]Z[ZV]Z]Z 6.4 26

357 plassicalIqrudeI−olarizableIsorceIsieldIzodelIforIzethylI−hosphateIandIvtsIvnteractionsIwithIzgWI
JournalfoffPhysicalfChemistryfAUI2018UIZ[[UIcZadVcZbb 2.8 15

356 pombiningItheIpolarizableIqrudeIforceIfieldIwithIaIcontinuumIelectrostaticI−oissonVooltzmannI
implicitIsolvationImodelWIJournalfoffComputationalfChemistryUI2018UI]fUIZdYdVZdZf 3.5 13

355 sorceIfieldIdevelopmentIandIsimulationsIofIintrinsicallyIdisorderedIproteinsWICurrentfOpinionfinf
StructuralfBiologyUI2018UIaeUIaYVae 8.1 98

354 −olarizableIforceIfieldIforIα–nIbasedIonItheIclassicalIdrudeIoscillatorWIJournalfoffComputationalf
ChemistryUI2018UI]fUI[c[aV[cac 3.5 43

353 nIpomparisonIofIQzXzzIβimulationsIwithIandIwithoutItheIqrudeIOscillatorIzodelIoasedIonI
uydrationIsreeIrnergiesIofIβimpleIβolutesWIMoleculesUI2018UI[]UI 4.8 23

352 qeterminationIofIvonicIuydrationIsreeIrnergiesIwithItrandIpanonicalIzonteIparloXzolecularI
qynamicsIβimulationsIinIrxplicitIπaterWIJournalfoffChemicalfTheoryfandfComputationUI2018UIZaUIb[fYVb]Y[6.4 10

351 vdentificationIofIγhioureaVoasedIvnhibitorsIofItheIoVpellIyymphomaIcIoγoIqomainIviaI–zαVoasedI
sragmentIβcreeningIandIpomputerVnidedIqrugIqesignWIJournalfoffMedicinalfChemistryUI2018UIcZUIdbd]Vdbee8.3 22

350
nnIrstimationIofIuybridIQuantumIzechanicalIzolecularIzechanicalI−olarizationIrnergiesIforIβmallI
zoleculesIδsingI−olarizableIsorceVsieldInpproachesWIJournalfoffChemicalfTheoryfandfComputationUI
2017UIZ]UIcdfVcfb

6.4 14

349 vodobenzeneVpatalyzedIβynthesisIofI−henanthridinonesIviaIOxidativeIpVuInmidationWIJournalfoff
OrganicfChemistryUI2017UIe[UI]befV]bfc 4.2 36

348 qrudeIpolarizableIforceIfieldIforIaliphaticIketonesIandIaldehydesUIandItheirIassociatedIacyclicI
carbohydratesWIJournalfoffComputertAidedfMolecularfDesignUI2017UI]ZUI]afV]c] 4.2 13

347
−olarizableIsorceIsieldIforIq–nIoasedIonItheIplassicalIqrudeIOscillatorgIvWIαefinementIδsingI
QuantumIzechanicalIoaseIβtackingIandIponformationalIrnergeticsWIJournalfoffChemicalfTheoryfandf
ComputationUI2017UIZ]UI[Yb]V[YdZ

6.4 47
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346 −olarizableIsorceIsieldIforIq–nIoasedIonItheIplassicalIqrudeIOscillatorgIvvWIzicrosecondIzolecularI
qynamicsIβimulationsIofIquplexIq–nWIJournalfoffChemicalfTheoryfandfComputationUI2017UIZ]UI[Yd[V[Yeb6.4 46

345 –ovelI–oncatalyticIβubstrateVβelectiveIp]e˛–VβpecificIzn−xIvnhibitorsIwithIrndothelialVβtabilizingI
andInntiVvnflammatoryInctivityWIJournalfoffImmunologyUI2017UIZfeUI][fcV]]Yc 5.3 19

344 qevelopmentIofIaIglycoconjugateIvaccineItoIpreventIinvasiveIβalmonellaIγyphimuriumIinfectionsIinI
subVβaharanInfricaWIPLoSfNeglectedfTropicalfDiseasesUI2017UIZZUIeYYYbaf] 4.8 24

343 γheIoiosragmentIqatabaseIQosqbRgInnIopenVdataIplatformIforIcomputationalIchemistryIanalysisIofI
noncovalentIinteractionsWIJournalfoffChemicalfPhysicsUI2017UIZadUIZcZd[d 3.9 57

342 βtructureIandIqynamicsIofIsosnVzediatedIsosfomycinIαesistanceIinIxlebsiellaIpneumoniaeIandI
rscherichiaIcoliWIAntimicrobialfAgentsfandfChemotherapyUI2017UIcZUI 5.9 18

341 qrudeI−olarizableIsorceIsieldIforIzolecularIqynamicsIβimulationsIofIβaturatedIandIδnsaturatedI
ψwitterionicIyipidsWIJournalfoffChemicalfTheoryfandfComputationUI2017UIZ]UIab]bVabb[ 6.4 63

340 zappingItheIqrudeIpolarizableIforceIfieldIontoIaImultipoleIandIinducedIdipoleImodelWIJournalfoff
ChemicalfPhysicsUI2017UIZadUIZcZdY[ 3.9 32

339 qoIualogenVuydrogenIoondIqonorIvnteractionsIqominateItheIsavorableIpontributionIofIualogensI
toIyigandV−roteinIoindinglWIJournalfoffPhysicalfChemistryfBUI2017UIZ[ZUIceZ]Vce[Z 3.4 63

338 ponformationalIueterogeneityIofItheIuvμIrnvelopeItlycanIβhieldWIScientificfReportsUI2017UIdUIaa]b 4.9 22

337 pomputerVnidedIqrugIqesignIzethodsWIMethodsfinfMolecularfBiologyUI2017UIZb[YUIebVZYc 1.4 160

336
rstimationIofIrelativeIfreeIenergiesIofIbindingIusingIpreVcomputedIensemblesIbasedIonItheI
singleVstepIfreeIenergyIperturbationIandItheIsiteVidentificationIbyIyigandIcompetitiveIsaturationI
approachesWIJournalfoffComputationalfChemistryUI2017UI]eUIZ[]eVZ[bZ

3.5 22

335 punαzz]cmgIanIimprovedIforceIfieldIforIfoldedIandIintrinsicallyIdisorderedIproteinsWINaturef
MethodsUI2017UIZaUIdZVd] 21.6 1819

334 γheIrxpandingIαoleIofItheIopycIOncoproteinIasIaIpancerIγherapeuticIγargetWIClinicalfCancerf
ResearchUI2017UI[]UIeebVef] 12.9 85

333 punαzzVtδvIZYIyearsIforIbiomolecularImodelingIandIsimulationWIJournalfoffComputationalf
ChemistryUI2017UI]eUIZZZaVZZ[a 3.5 119

332 ponformationalI−referenceIofIβerogroupIoIβalmonellaIOI−olysaccharideIinI−resenceIandInbsenceI
ofItheIzonoclonalInntibodyIβeZbbVaWIJournalfoffPhysicalfChemistryfBUI2017UIZ[ZUI]aZ[V]a[] 3.4 7

331 pharacterizationIofIzgIqistributionsIaroundIα–nIinIβolutionWIACSfOmegaUI2016UIZUIceYVcee 3.9 24

330
oalancingItheIvnteractionsIofIzgIinInqueousIβolutionIandIwithI–ucleicIncidIzoietiesIsorIaI
−olarizableIsorceIsieldIoasedIonItheIplassicalIqrudeIOscillatorIzodelWIJournalfoffPhysicalfChemistryf
BUI2016UIZ[YUIZZa]cVZZaae

3.4 28

329 ponformationalIueterogeneityIofIvntracellularIyoopI]IofItheI˛…VopioidItVproteinIpoupledIαeceptorWI
JournalfoffPhysicalfChemistryfBUI2016UIZ[YUIZZefdVZZfYa 3.4 8
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328 −arametrizationIofIhalogenIbondsIinItheIpunαzzIgeneralIforceIfieldgIvmprovedItreatmentIofI
ligandVproteinIinteractionsWIBioorganicfandfMedicinalfChemistryUI2016UI[aUIaeZ[Vae[b 3.4 95

327 βtructuralIeffectsIofImodifiedIribonucleotidesIandImagnesiumIinItransferIα–nsWIBioorganicfandf
MedicinalfChemistryUI2016UI[aUIae[cVae]a 3.4 5

326 –ovelIproteinVinhibitorIinteractionsIinIsiteI]IofIpaQ[TRVboundIβZYYoIasIdiscoveredIbyIφVrayI
crystallographyWIActafCrystallographicafSectionfD:fStructuralfBiologyUI2016UId[UIdb]VcY 5.5 10

325 βtructureIofI−entaVnlanineIvnvestigatedIbyIγwoVqimensionalIvnfraredIβpectroscopyIandIzolecularI
qynamicsIβimulationWIJournalfoffPhysicalfChemistryfBUI2016UIZ[YUIb][bV]f 3.4 13

324 nnIrmpiricalI−olarizableIsorceIsieldIoasedIonItheIplassicalIqrudeIOscillatorIzodelgIqevelopmentI
uistoryIandIαecentInpplicationsWIChemicalfReviewsUI2016UIZZcUIafe]VbYZ] 68.1 299

323
punαzzVtδvIvnputIteneratorIforI–nzqUItαOznpβUInzorαUIOpenzzUIandIpunαzzXOpenzzI
βimulationsIδsingItheIpunαzz]cIndditiveIsorceIsieldWIJournalfoffChemicalfTheoryfandf
ComputationUI2016UIZ[UIaYbVZ]

6.4 1303

322 ndditiveIpunαzzIforceIfieldIforInaturallyIoccurringImodifiedIribonucleotidesWIJournalfoff
ComputationalfChemistryUI2016UI]dUIefcVfZ[ 3.5 36

321 αibosomeVγemplatedInzideVnlkyneIpycloadditionsgIβynthesisIofI−otentIzacrolideInntibioticsIbyIvnI
βituIplickIphemistryWIJournalfoffthefAmericanfChemicalfSocietyUI2016UIZ]eUI]Z]cVaa 16.4 43

320 βtructureVbasedIdesignIofI–VsubstitutedIZVhydroxyVaVsulfamoylV[VnaphthoatesIasIselectiveI
inhibitorsIofItheIzclVZIoncoproteinWIEuropeanfJournalfoffMedicinalfChemistryUI2016UIZZ]UI[d]Vf[ 6.8 34

319 βmallIzoleculeIvnhibitorsIofIpaQ[TRVβZYYoIαevealIγwoI−roteinIponformationsWIJournalfoffMedicinalf
ChemistryUI2016UIbfUIbf[VcYe 8.3 12

318 αationallyIdesignedIopycIinhibitorsItargetIactivatedIoIcellIdiffuseIlargeIoIcellIlymphomaWIJournalfoff
ClinicalfInvestigationUI2016UIZ[cUI]]bZVc[ 15.9 92

317 γowardsIqevelopmentIofIβmallIzoleculeIyipidIvvIvnhibitorsIasI–ovelInntibioticsWIPLoSfONEUI2016UI
ZZUIeYZcabZb 3.7 7

316 vminoguanidinesIasInllostericIvnhibitorsIofItheIvronVαegulatedIuemeIOxygenaseIQuemORIofI
−seudomonasIaeruginosaWIJournalfoffMedicinalfChemistryUI2016UIbfUIcf[fVa[ 8.3 26

315 qvαrpγVvqgInnIautomatedImethodItoIidentifyIandIquantifyIconformationalIvariationsVVapplicationI
toI˛†[IVadrenergicIt−pαWIJournalfoffComputationalfChemistryUI2016UI]dUIaZcV[b 3.5 12

314 γheIβmallIzoleculeIvzαVZIvnhibitsItheI–otchIγranscriptionalInctivationIpomplexItoIβuppressI
γumorigenesisWICancerfResearchUI2016UIdcUI]bf]VcY] 10.1 38

313 vmprovingItheIsorceIsieldIqescriptionIofIγyrosineVpholineIpationVˇ�IvnteractionsgIQzIvnvestigationI
ofI−henolV–QzeRIvnteractionsWIJournalfoffChemicalfTheoryfandfComputationUI2016UIZ[UIbbebVbbfb 6.4 29

312 rstimatingIglycosaminoglycanVproteinIinteractionIaffinitygIwaterIdominatesItheIspecificI
antithrombinVheparinIinteractionWIGlycobiologyUI2016UI[cUIZYaZVZYad 5.8 17

311 qelineatingItheIconformationalIflexibilityIofItrisaccharidesIfromI–zαIspectroscopyIexperimentsI
andIcomputerIsimulationsWIPhysicalfChemistryfChemicalfPhysicsUI2016UIZeUIZeddcVfa 3.6 28

(2016-2016)
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310 QuantifyingItheIoindingIvnteractionIbetweenItheIuypoxiaVvnducibleIγranscriptionIsactorIandItheI
vonIuippelVyindauIβuppressorWIJournalfoffChemicalfTheoryfandfComputationUI2015UIZZUI]facVba 6.4 2

309 nIpiα–nVlikeIsmallIα–nIinteractsIwithIandImodulatesIpVrαzIproteinsIinIhumanIsomaticIcellsWI
NaturefCommunicationsUI2015UIcUId]Zc 17.4 68

308
rnhancedIconformationalIsamplingIusingIreplicaIexchangeIwithIconcurrentIsoluteIscalingIandI
hamiltonianIbiasingIrealizedIinIoneIdimensionWIJournalfoffChemicalfTheoryfandfComputationUI2015UI
ZZUI[ebbVcd

6.4 25

307 zappingIfunctionalIgroupIfreeIenergyIpatternsIatIproteinIoccludedIsitesgInuclearIreceptorsIandI
tVproteinIcoupledIreceptorsWIJournalfoffChemicalfInformationfandfModelingUI2015UIbbUIdYYVe 6.1 40

306 vnhibitionIofIγyα[IsignalingIbyIsmallImoleculeIinhibitorsItargetingIaIpocketIwithinItheIγyα[IγvαI
domainWIProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaUI2015UIZZ[UIbabbVcY11.5 80

305 βmallVmoleculeIinhibitorsIofIrαxVmediatedIimmediateIearlyIgeneIexpressionIandIproliferationIofI
melanomaIcellsIexpressingImutatedIoαafWIBiochemicalfJournalUI2015UIacdUIa[bV]e 3.8 22

304 αobustnessIinItheIfittingIofImolecularImechanicsIparametersWIJournalfoffComputationalfChemistryUI
2015UI]cUIZYe]VZYZ 3.5 52

303 ncylV[VaminobenzimidazolesgIaInovelIclassIofIneuroprotectiveIagentsItargetingImtluαbWIBioorganicf
andfMedicinalfChemistryUI2015UI[]UI[[ZZV[Y 3.4 18

302
pompetitionIamongIyiQTRUI–aQTRUIxQTRUIandIαbQTRImonovalentIionsIforIq–nIinImolecularIdynamicsI
simulationsIusingItheIadditiveIpunαzz]cIandIqrudeIpolarizableIforceIfieldsWIJournalfoffPhysicalf
ChemistryfBUI2015UIZZfUIaa[eVaY

3.4 66

301 pyclopropylVcontainingIpositiveIallostericImodulatorsIofImetabotropicIglutamateIreceptorIsubtypeI
bWIBioorganicfandfMedicinalfChemistryfLettersUI2015UI[bUI[[dbVf 2.9 9

300
qifferentialIqeformabilityIofItheIq–nIzinorItrooveIandInlteredIovXovvIoackboneIponformationalI
rquilibriumIbyItheIzonovalentIvonsIyiQTRUI–aQTRUIxQTRUIandIαbQTRIviaIπaterVzediatedIuydrogenI
oondingWIJournalfoffChemicalfTheoryfandfComputationUI2015UIZZUIaad]Veb

6.4 22

299 vnsightIintoIrarlyVβtageIδnfoldingIofIt−vVnnchoredIuumanI−rionI−roteinWIBiophysicalfJournalUI2015UI
ZYfUI[YfYVZYY 2.9 14

298 rxpedientIaccessItoIpreVorganizedI˛–VhelixImimeticsIbasedIonIanIisocinchomeronicIacidIcoreWI
TetrahedronfLettersUI2015UIbcUIceZfVce[[ 2 1

297 qifferentialIvmpactIofItheIzonovalentIvonsIyiTUI–aTUIxTUIandIαbTIonIq–nIponformationalI
−ropertiesWIJournalfoffPhysicalfChemistryfLettersUI2015UIcUI[Z[Vc 6.4 39

296 −olarizableIempiricalIforceIfieldIforIhexopyranoseImonosaccharidesIbasedIonItheIclassicalIqrudeI
oscillatorWIJournalfoffPhysicalfChemistryfBUI2015UIZZfUIc]dVb[ 3.4 55

295 punαzzIadditiveIandIpolarizableIforceIfieldsIforIbiophysicsIandIcomputerVaidedIdrugIdesignWI
BiochimicafEtfBiophysicafActaftfGeneralfSubjectsUI2015UIZebYUIecZVedZ 4 150

294 vmplementationIofIextendedIyagrangianIdynamicsIinItαOznpβIforIpolarizableIsimulationsIusingI
theIclassicalIqrudeIoscillatorImodelWIJournalfoffComputationalfChemistryUI2015UI]cUIZad]Vf 3.5 60

293 βtructureVactivityIexplorationIofIaIsmallVmoleculeIyipidIvvIinhibitorWIDrugfDesignsfDevelopmentfandf
TherapyUI2015UIfUI[]e]Vfa 4.4 6
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292 sacileIβynthesisIofIβpirocyclicIyactamsIfromI˛†VxetoIparboxylicIncidsWIOrganicfLettersUI2015UIZdUI]YdYV] 6.2 17

291 punαzzIqrudeI−olarizableIsorceIsieldIforInldopentofuranosesIandIzethylValdopentofuranosidesWI
JournalfoffPhysicalfChemistryfBUI2015UIZZfUIdeacVbf 3.4 28

290 ponformationalIqynamicsIofIγwoI–ativelyIδnfoldedIsragmentI−eptidesgIpomparisonIofItheInzorαI
andIpunαzzIsorceIsieldsWIJournalfoffPhysicalfChemistryfBUI2015UIZZfUIdfY[VZY 3.4 12

289 vnducedIqipoleVqipoleIvnteractionsIvnfluenceItheIδnfoldingI−athwaysIofIπildVγypeIandIzutantI
nmyloidI˛†V−eptidesWIJournalfoffPhysicalfChemistryfBUI2015UIZZfUIZbbdaVe[ 3.4 23

288 purrentIstatusIofIproteinIforceIfieldsIforImolecularIdynamicsIsimulationsWIMethodsfinfMolecularf
BiologyUI2015UIZ[ZbUIadVdZ 1.4 108

287 −harmacophoreImodelingIusingIsiteVidentificationIbyIligandIcompetitiveIsaturationIQβvypβRIwithI
multipleIprobeImoleculesWIJournalfoffChemicalfInformationfandfModelingUI2015UIbbUIaYdV[Y 6.1 48

286 βpatialIanalysisIandIquantificationIofItheIthermodynamicIdrivingIforcesIinIproteinVligandIbindinggI
bindingIsiteIvariabilityWIJournalfoffthefAmericanfChemicalfSocietyUI2015UIZ]dUI[cYeV[Z 16.4 18

285 qispersionIinteractionsIbetweenIureaIandInucleobasesIcontributeItoItheIdestabilizationIofIα–nIbyI
ureaIinIaqueousIsolutionWIJournalfoffPhysicalfChemistryfBUI2015UIZZfUI]dbbVcZ 3.4 15

284
ponformationalIsamplingIofIoligosaccharidesIusingIuamiltonianIreplicaIexchangeIwithI
twoVdimensionalIdihedralIbiasingIpotentialsIandItheIweightedIhistogramIanalysisImethodIQπunzRWI
JournalfoffChemicalfTheoryfandfComputationUI2015UIZZUIdeeVff

6.4 27

283 αδ–φ[IandIγnψVdependentIsignalingIpathwaysIregulateIsolubleIrVpadherinIlevelsIandI
tumorsphereIformationIinIbreastIcancerIcellsWIOncotargetUI2015UIcUI[eZ][VbY 3.3 25

282 yipopolysaccharideImembraneIbuildingIandIsimulationWIMethodsfinfMolecularfBiologyUI2015UIZ[d]UI]fZVaYc1.4 31

281 zolecularIdynamicsIsimulationsIofIglycoproteinsIusingIpunαzzWIMethodsfinfMolecularfBiologyUI
2015UIZ[d]UIaYdV[f 1.4 18

280 βiteIvdentificationIbyIyigandIpompetitiveIβaturationIQβvypβRIsimulationsIforIfragmentVbasedIdrugI
designWIMethodsfinfMolecularfBiologyUI2015UIZ[efUIdbVed 1.4 21

279
βamplingIofIOrganicIβolutesIinInqueousIandIueterogeneousIrnvironmentsIδsingIOscillatingIrxcessI
phemicalI−otentialsIinItrandIpanonicalVlikeIzonteIparloVzolecularIqynamicsIβimulationsWIJournalf
offChemicalfTheoryfandfComputationUI2014UIZYUI[[eZV[[fY

6.4 48

278 nllVatomIpolarizableIforceIfieldIforIq–nIbasedIonItheIclassicalIqrudeIoscillatorImodelWIJournalfoff
ComputationalfChemistryUI2014UI]bUIZ[ZfV]f 3.5 115

277 oocVprotectedIZVQ]VoxocycloalkylRureasIviaIaIoneVstepIpurtiusIrearrangementgImechanismIandI
scopeWITetrahedronfLettersUI2014UIbbUIea[Veaa 2 10

276 yipidVlinkedIoligosaccharidesIinImembranesIsampleIconformationsIthatIfacilitateIbindingItoI
oligosaccharyltransferaseWIBiophysicalfJournalUI2014UIZYdUIZeebVZefb 2.9 17

275 αecentIndvancesIinI−olarizableIsorceIsieldsIforIzacromoleculesgIzicrosecondIβimulationsIofI
−roteinsIδsingItheIplassicalIqrudeIOscillatorIzodelWIJournalfoffPhysicalfChemistryfLettersUI2014UIbUI]ZaaV]ZbY6.4 111

(2014-2015)
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274 punαzzVtδvI−qoImanipulatorIforIadvancedImodelingIandIsimulationsIofIproteinsIcontainingI
nonstandardIresiduesWIAdvancesfinfProteinfChemistryfandfStructuralfBiologyUI2014UIfcUI[]bVcb 5.3 96

273 vnductionIofIpeptideIbondIdipolesIdrivesIcooperativeIhelixIformationIinItheIQnnQnnR]IpeptideWI
BiophysicalfJournalUI2014UIZYdUIffZVd 2.9 60

272 −erturbationIofIlongVrangeIwaterIdynamicsIasItheImechanismIforItheIantifreezeIactivityIofI
antifreezeIglycoproteinWIJournalfoffPhysicalfChemistryfBUI2014UIZZeUIZZcfcVdYc 3.4 25

271 punαzzIallVatomIadditiveIforceIfieldIforIsphingomyelingIelucidationIofIhydrogenIbondingIandIofI
positiveIcurvatureWIBiophysicalfJournalUI2014UIZYdUIZ]aVab 2.9 138

270 qesmethylImacrolidesgIsynthesisIandIevaluationIofIaVdesmethylItelithromycinWIACSfMedicinalf
ChemistryfLettersUI2014UIbUIZY[ZVc 4.3 13

269
nIpomparativeIβtudyIofIγransferableInsphericalI−seudoatomIqatabankIandIplassicalIsorceIsieldsI
forI−redictingIrlectrostaticIvnteractionsIinIzolecularIqimersWIJournalfoffChemicalfTheoryfandf
ComputationUI2014UIZYUIZcb[VZcca

6.4 15

268 βiteVvdentificationIbyIyigandIpompetitiveIβaturationIQβvypβRIassistedIpharmacophoreImodelingWI
JournalfoffComputertAidedfMolecularfDesignUI2014UI[eUIafZVbYd 4.2 46

267 vnducedI−olarizationIvnfluencesItheIsundamentalIsorcesIinIq–nIoaseIslippingWIJournalfoffPhysicalf
ChemistryfLettersUI2014UIbUI[YddV[Ye] 6.4 47

266 ponformationalIpropertiesIofI˛–VIorI˛†VQZVkcRVlinkedIoligosaccharidesgIuamiltonianIreplicaIexchangeI
zqIsimulationsIandI–zαIexperimentsWIJournalfoffPhysicalfChemistryfBUI2014UIZZeUI[ebZVdZ 3.4 38

265 oalancingItheIinteractionsIofIionsUIwaterUIandIq–nIinItheIqrudeIpolarizableIforceIfieldWIJournalfoff
PhysicalfChemistryfBUI2014UIZZeUIcda[Vbd 3.4 62

264 sacileIoneVstepIsynthesisIofI[UbVdiketopiperazinesWITetrahedronfLettersUI2014UIbbUIZfYbVZfYe 2 8

263 –ovelIyααx[Itγ−VbindingIinhibitorsIreducedIdegenerationIinI−arkinsonPsIdiseaseIcellIandImouseI
modelsWIHumanfMolecularfGeneticsUI2014UI[]UIc[Z[V[[ 5.6 57

262 −ointImutationIrZYffxIinIzzβrγX–βq[IenhancesIitsImethyltranferaseIactivityIandIleadsItoIalteredI
globalIchromatinImethylationIinIlymphoidImalignanciesWILeukemiaUI2014UI[eUIZfeV[YZ 10.7 95

261 zolecularImechanicsWICurrentfPharmaceuticalfDesignUI2014UI[YUI][eZVf[ 3.3 57

260 punαzz]cIallVatomIadditiveIproteinIforceIfieldgIvalidationIbasedIonIcomparisonItoI–zαIdataWI
JournalfoffComputationalfChemistryUI2013UI]aUI[Z]bVab 3.5 1487

259
γheInovelIou]I˛–VhelixImimeticIwχVZVZYcIinducesIapoptosisIinIaIsubsetIofIcancerIcellsIQlungIcancerUI
colonIcancerIandImesotheliomaRIbyIdisruptingIoclVxyIandIzclVZIproteinVproteinIinteractionsIwithI
oakWIMolecularfCancerUI2013UIZ[UIa[

42.1 69

258 oifurcatedIhydrogenIbondingIandIasymmetricIfluctuationsIinIaIcarbohydrateIcrystalIstudiedIviaI
φVrayIcrystallographyIandIcomputationalIanalysisWIJournalfoffPhysicalfChemistryfBUI2013UIZZdUIdbacVb] 3.4 5

257 −olarizableIempiricalIforceIfieldIforIacyclicIpolyalcoholsIbasedIonItheIclassicalIqrudeIoscillatorWI
BiopolymersUI2013UIffUId[aV]e 2.2 45
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256 nIhybridImechanismIofIactionIforIopycIinIoIcellsIdefinedIbyIformationIofIfunctionallyIdistinctI
complexesIatIenhancersIandIpromotersWICellfReportsUI2013UIaUIbdeVee 10.6 127

255 βimulationIstudyIofIionIpairingIinIconcentratedIaqueousIsaltIsolutionsIwithIaIpolarizableIforceIfieldWI
FaradayfDiscussionsUI2013UIZcYUIZ]bVafhIdiscussionI[YdV[a 3.6 86

254 nIcomparativeIxirkwoodVouffIstudyIofIaqueousImethanolIsolutionsImodeledIbyItheIpunαzzI
additiveIandIqrudeIpolarizableIforceIfieldsWIJournalfoffPhysicalfChemistryfBUI2013UIZZdUIZYbd[VeY 3.4 11

253 sorceIsieldIforI−eptidesIandI−roteinsIbasedIonItheIplassicalIqrudeIOscillatorWIJournalfoffChemicalf
TheoryfandfComputationUI2013UIfUIba]YVbaaf 6.4 274

252 nIpolarizableIforceIfieldIofIdipalmitoylphosphatidylcholineIbasedIonItheIclassicalIqrudeImodelIforI
molecularIdynamicsIsimulationsIofIlipidsWIJournalfoffPhysicalfChemistryfBUI2013UIZZdUIfZa[VcY 3.4 122

251 xirkwoodVouffIanalysisIofIaqueousI–VmethylacetamideIandIacetamideIsolutionsImodeledIbyItheI
punαzzIadditiveIandIqrudeIpolarizableIforceIfieldsWIJournalfoffChemicalfPhysicsUI2013UIZ]fUIYeabYf 3.9 29

250 βtructuralIandIthermodynamicIinsightIintoIrscherichiaIcoliIδvrnopVmediatedIincisionIofIclusterI
diacetylaminofluoreneIadductsIonItheI–arvIsequenceWIChemicalfResearchfinfToxicologyUI2013UI[cUIZ[bZVc[4 11

249 αoomItemperatureIcatalystVfreeIxnoevenagelIcondensationgIfacileIaccessItoI
isatinylidenerhodaninesWITetrahedronfLettersUI2013UIbaUIZdYYVZdY] 2 7

248 −rotonationIofItrimethylamineI–VoxideIQγznORIisIrequiredIforIstabilizationIofIα–nItertiaryI
structureWIBiophysicalfChemistryUI2013UIZeaUIeVZc 3.5 20

247 βixVsiteIpolarizableImodelIofIwaterIbasedIonItheIclassicalIqrudeIoscillatorWIJournalfoffChemicalf
PhysicsUI2013UIZ]eUIY]abYe 3.9 92

246 vnhibitingIβZYYoIinIzalignantIzelanomaI2013UI 1

245 pomputationalIapproachesIforItheIdesignIofIproteinâ��proteinIinteractionIinhibitorsI2013UIfYVZY[ 3

244 vmpactIofIgeometryIoptimizationIonIbaseVbaseIstackingIinteractionIenergiesIinItheIcanonicalInVIandI
oVformsIofIq–nWIJournalfoffPhysicalfChemistryfAUI2013UIZZdUIZbcYVe 2.8 12

243 βynthesisUImodelingUIandIpharmacologicalIevaluationIofIδzoIa[bUIaImixedI˛…IagonistX˛·IantagonistI
opioidIanalgesicIwithIreducedItoleranceIliabilitiesWIACSfChemicalfNeuroscienceUI2013UIaUIZ[bcVcc 5.7 36

242 nmphipathicI˛–VhelixImimeticsIbasedIonIaIZU[VdiphenylacetyleneIscaffoldWIOrganicfLettersUI2013UIZbUI][]aVd6.2 36

241
rstimationIofIligandIefficaciesIofImetabotropicIglutamateIreceptorsIfromIconformationalIforcesI
obtainedIfromImolecularIdynamicsIsimulationsWIJournalfoffChemicalfInformationfandfModelingUI2013UI
b]UIZ]]dVaf

6.1 3

240 ponformationalIdeterminantsIofItheIactivityIofIantiproliferativeIfactorIglycopeptideWIJournalfoff
ChemicalfInformationfandfModelingUI2013UIb]UIZZ[dV]d 6.1 11

239 βtructureIandIthermodynamicIinsightsIonIacetylaminofluoreneVmodifiedIdeletionIq–nIduplexesIasI
modelsIforIframeshiftImutagenesisWIChemicalfResearchfinfToxicologyUI2013UI[cUIf]dVbZ 4 10

(2013-2013)
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238 zolecularIdetailsIofItheIactivationIofItheI˛…IopioidIreceptorWIJournalfoffPhysicalfChemistryfBUI2013UI
ZZdUIdfYdVZd 3.4 24

237
βtructuralImodificationsIofIQψRV]VQ[VaminoethylRVbVQaVethoxybenzylideneRthiazolidineV[UaVdioneIthatI
improveIselectivityIforIinhibitingItheIproliferationIofImelanomaIcellsIcontainingIactiveIrαxI
signalingWIOrganicfandfBiomolecularfChemistryUI2013UIZZUI]dYcV][

3.9 26

236 γargetingIproteinItyrosineIphosphataseIβu−[IforItheItreatmentIofI−γ−–ZZVassociatedI
malignanciesWIMolecularfCancerfTherapeuticsUI2013UIZ[UIZd]eVae 6.1 33

235 vnclusionIofImultipleIfragmentItypesIinItheIsiteIidentificationIbyIligandIcompetitiveIsaturationI
QβvypβRIapproachWIJournalfoffChemicalfInformationfandfModelingUI2013UIb]UI]]eaVfe 6.1 79

234 βmallImoleculeIantivirulentsItargetingItheIironVregulatedIhemeIoxygenaseIQuemORIofI−WI
aeruginosaWIJournalfoffMedicinalfChemistryUI2013UIbcUI[YfdVZYf 8.3 23

233 qesmethylIzacrolidesgIβynthesisIandIrvaluationIofIaUeUZYVγridesmethylIpethromycinWIACSfMedicinalf
ChemistryfLettersUI2013UIaUIZZZaVZZZe 4.3 9

232 vmpactIofIsubstrateIprotonationIandItautomerizationIstatesIonIinteractionsIwithItheIactiveIsiteIofI
arginaseIvWIJournalfoffChemicalfInformationfandfModelingUI2013UIb]UIab[VcY 6.1 7

231
vmpactIofIribosomalImodificationIonItheIbindingIofItheIantibioticItelithromycinIusingIaIcombinedI
grandIcanonicalImonteIcarloXmolecularIdynamicsIsimulationIapproachWIPLoSfComputationalfBiologyUI
2013UIfUIeZYY]ZZ]

5 15

230 γurningIdefenseIintoIoffensegIdefensinImimeticsIasInovelIantibioticsItargetingIlipidIvvWIPLoSf
PathogensUI2013UIfUIeZYY]d][ 7.6 41

229 δnusualIsequenceIeffectsIonInucleotideIexcisionIrepairIofIarylamineIlesionsgIq–nI
bendingXdistortionIasIaIprimaryIrecognitionIfactorWINucleicfAcidsfResearchUI2013UIaZUIecfVeY 20.1 38

228 αapidIestimationIofIhydrationIthermodynamicsIofImacromolecularIregionsWIJournalfoffChemicalf
PhysicsUI2013UIZ]fUIYbbZYb 3.9 18

227 QnlaRQaRVφVQnlaRaIasIaImodelIsystemIforItheIoptimizationIofItheIˇ�ZIandIˇ�[IaminoIacidIsideVchainI
dihedralIempiricalIforceIfieldIparametersWIJournalfoffComputationalfChemistryUI2013UI]aUIbf]VcY] 3.5 4

226 γransmembraneIdomainIvvIofItheIhumanIbileIacidItransporterIβypZYn[IcoordinatesIsodiumI
translocationWIJournalfoffBiologicalfChemistryUI2013UI[eeUI][]faV][aYa 5.4 7

225 vdentificationIofInovelInonsteroidalIcompoundsIasIsubstratesIorIinhibitorsIofIhnβoγWIJournalfoff
PharmaceuticalfSciencesUI2012UIZYZUIZZcV[c 3.9 6

224 αelaxationIofItheIrigidIbackboneIofIanIoligoamideVfoldamerVbasedI˛–VhelixImimeticgIidentificationIofI
potentIoclVxyIinhibitorsWIOrganicfandfBiomolecularfChemistryUI2012UIZYUI[f[eV]] 3.9 53

223 nutomationIofItheIpunαzzIteneralIsorceIsieldIQptenssRIvgIbondIperceptionIandIatomItypingWI
JournalfoffChemicalfInformationfandfModelingUI2012UIb[UI]ZaaVba 6.1 908

222 nutomationIofItheIpunαzzIteneralIsorceIsieldIQptenssRIvvgIassignmentIofIbondedIparametersI
andIpartialIatomicIchargesWIJournalfoffChemicalfInformationfandfModelingUI2012UIb[UI]ZbbVce 6.1 852

221 OptimizationIofItheIpunαzzIadditiveIforceIfieldIforIq–ngIvmprovedItreatmentIofItheIovXovvI
conformationalIequilibriumWIJournalfoffChemicalfTheoryfandfComputationUI2012UIeUI]aeV]c[ 6.4 348
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220 pomprehensiveIconformationalIstudiesIofIfiveItripeptidesIandIaIdeducedImethodIforIefficientI
determinationsIofIpeptideIstructuresWIJournalfoffPhysicalfChemistryfBUI2012UIZZcUI[[cfVe] 3.4 15

219 qesmethylIzacrolidesgIβynthesisIandIrvaluationIofIaUZYVqidesmethylIγelithromycinWIACSfMedicinalf
ChemistryfLettersUI2012UI]UI[ZZV[Zb 4.3 21

218 vntrinsicIenergyIlandscapesIofIaminoIacidIsideVchainsWIJournalfoffChemicalfInformationfandfModelingUI
2012UIb[UIZbbfVd[ 6.1 17

217 qeconstructingIZaVphenylpropyloxymetopongIminimalIrequirementsIforIbindingItoImuIopioidI
receptorsWIBioorganicfandfMedicinalfChemistryUI2012UI[YUIabbcVc] 3.4 2

216 −rospectsIofIzodulatingI−roteinâ��−roteinIvnteractionsI2012UI[fbV][f 3

215 βiteVβpecificIsragmentIvdentificationItuidedIbyIβingleVβtepIsreeIrnergyI−erturbationIpalculationsWI
JournalfoffChemicalfTheoryfandfComputationUI2012UIeUI]bZ]V]b[b 6.4 29

214 vntrinsicIcontributionIofItheI[PVhydroxylItoIα–nIconformationalIheterogeneityWIJournalfoffthef
AmericanfChemicalfSocietyUI2012UIZ]aUI[eYYVc 16.4 25

213 qesmethylIzacrolidesgIβynthesisIandIrvaluationIofIaUeVqidesmethylIγelithromycinWIACSfMedicinalf
ChemistryfLettersUI2012UI]UIZYZ]VZYZe 4.3 16

212 vnclusionIofImanyVbodyIeffectsIinItheIadditiveIpunαzzIproteinIpzn−IpotentialIresultsIinI
enhancedIcooperativityIofI˛–VhelixIandI˛†VhairpinIformationWIBiophysicalfJournalUI2012UIZY]UIZYabVbZ 2.9 105

211 βtructureVoasedIqiscoveryIofIaI–ovelI−entamidineVαelatedIvnhibitorIofItheIpalciumVoindingI−roteinI
βZYYoWIACSfMedicinalfChemistryfLettersUI2012UI]UIfdbVfdf 4.3 16

210
OptimizationIofItheIadditiveIpunαzzIallVatomIproteinIforceIfieldItargetingIimprovedIsamplingIofI
theIbackboneIˇ�UIˇ�IandIsideVchainIˇ�QZRIandIˇ�Q[RIdihedralIanglesWIJournalfoffChemicalfTheoryfandf
ComputationUI2012UIeUI][bdV][d]

6.4 2511

209 nIsmallImoleculeIagonistIofIrphn[IreceptorItyrosineIkinaseIinhibitsItumorIcellImigrationIinIvitroI
andIprostateIcancerImetastasisIinIvivoWIPLoSfONEUI2012UIdUIea[Z[Y 3.7 88

208 αecentIqevelopmentsIandInpplicationsIofItheIpunαzzIforceIfieldsWIWileyfInterdisciplinaryfReviews:f
ComputationalfMolecularfScienceUI2012UI[UIZcdVZeb 7.9 139

207 oalancingItargetIflexibilityIandItargetIdenaturationIinIcomputationalIfragmentVbasedIinhibitorI
discoveryWIJournalfoffComputationalfChemistryUI2012UI]]UIZeeYVfZ 3.5 32

206 rxtensionIofItheIpunαzzIteneralIsorceIsieldItoIsulfonylVcontainingIcompoundsIandIitsIutilityIinI
biomolecularIsimulationsWIJournalfoffComputationalfChemistryUI2012UI]]UI[abZVce 3.5 447

205 αegulationIofIαδ–φ[ItranscriptionIfactorVq–nIinteractionsIandIcellIproliferationIbyIvitaminIq]I
QcholecalciferolRIprohormoneIactivityWIJournalfoffBonefandfMineralfResearchUI2012UI[dUIfZ]V[b 6.3 15

204
−utativeIirreversibleIinhibitorsIofItheIhumanIsodiumVdependentIbileIacidItransporterIQhnβoγhI
βypZYn[RIsupportItheIroleIofItransmembraneIdomainIdIinIsubstrateIbindingXtranslocationWI
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JournalfoffPhysicalfChemistryfBUI2010UIZZaUIZ[feZVfa 3.4 129

170 zolecularIswitchIcontrollingItheIbindingIofIanionicIbileIacidIconjugatesItoIhumanIapicalI
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156 −olarizableIempiricalIforceIfieldIforInitrogenVcontainingIheteroaromaticIcompoundsIbasedIonItheI
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AlexandersDsMackerell

16
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138 vsIarginineIchargedIinIaImembranelWIBiophysicalfJournalUI2008UIfaUIyZZV] 2.9 74

137 punαzzIndditiveInllVntomIsorceIsieldIforIncyclicIparbohydratesIandIvnositolWIJournalfoffChemicalf
TheoryfandfComputationUI2008UIaUIdcbVde 6.4 12

136
vdentificationIofIsmallImolecularIweightIinhibitorsIofIβrcIhomologyI[IdomainVcontainingItyrosineI
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