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l Paper IF Citations

377 qenerπlFperformπnceFofFdensityFfunctionπlsTFJournaleofePhysicaleChemistryeARF2007RFWWWRFWVZYcS[X 2.8 810

376 zroteinSligπndFdockingdFcurrentFstπtusFπndFfutureFchπllengesTFProteins:eStructureseFunctioneande
BioinformaticsRF2006RF][RFW[SX] 4.2 597

375 rotFspotsSSπFreviewFofFtheFproteinSproteinFinterfπceFdeterminπntFπminoSπcidFresiduesTFProteins:e
StructureseFunctioneandeBioinformaticsRF2007RF]bRFbVYSWX 4.2 537

374 ”heFπdπptiveFevolutionFofFtheFmπmmπliπnFmitochondriπlFgenomeTFBMCeGenomicsRF2008RFcRFWWc 4.5 234

373 ”heoreticπlFinsightsFintoFtheFmechπnismFforFthiolUdisulfideFexchπngeTFChemistryeteAeEuropeane
JournalRF2004RFWVRFX[aS]] 4.8 218

372 momputπtionπlFπlπnineFscπnningFmutπgenesisSSπnFimprovedFmethodologicπlFπpproπchTFJournaleofe
ComputationaleChemistryRF2007RFXbRF]ZZS[Z 3.5 190

371 zroteinSligπndFdockingFinFtheFnewFmillenniumSSπFretrospectiveFofFWVFyeπrsFinFtheFfieldTFCurrente
MedicinaleChemistryRF2013RFXVRFXXc]SYWZ 4.3 160

370 ˛–SqlucosidπseFinhibitionFbyFflπvonoidsdFπnFinFvitroFπndFinFsilicoFstructureSπctivityFrelπtionshipFstudyTF
JournaleofeEnzymeeInhibitioneandeMedicinaleChemistryRF2017RFYXRFWXW]SWXXb 5.6 153

369 kutonockZNZnOdFπnFimprovedFkutonockFforceFfieldFforFsmπllSmoleculeFdockingFtoFzincF
metπlloproteinsTFJournaleofeChemicaleInformationeandeModelingRF2014RF[ZRFXYaWSc 6.1 152

368 momputπtionπlFenzymπticFcπtπlysisTFAccountseofeChemicaleResearchRF2008RFZWRF]bcScb 24.3 130

367 ”heFcπrboxylπteFshiftFinFzincFenzymesdFπFcomputπtionπlFstudyTFJournaleofetheeAmericaneChemicale
SocietyRF2007RFWXcRFWYabSb[ 16.4 120

366 xpSkπppπlFinFhumπnFdiseπsedFcurrentFinhibitorsFπndFprospectsFforFdeFnovoFstructureFbπsedFdesignF
ofFinhibitorsTFCurrenteMedicinaleChemistryRF2005RFWXRFY[aSaZ 4.3 119

365 mholesterolFliosynthesisdFkFwechπnisticFyverviewTFBiochemistryRF2016RF[[RF[ZbYS[[V] 3.2 116

364 –nderstπndingFribonucleotideFreductπseFinπctivπtionFbyFgemcitπbineTFChemistryeteAeEuropeane
JournalRF2007RFWYRFb[VaSW[ 4.8 105

363 kpplicπtionFofFquπntumFmechπnicsUmoleculπrFmechπnicsFmethodsFinFtheFstudyFofFenzymπticF
reπctionFmechπnismsTFWileyeInterdisciplinaryeReviews:eComputationaleMoleculareScienceRF2017RFaRFeWXbW 7.9 104

362 pπrnesyltrπnsferπseFinhibitorsdFπFdetπiledFchemicπlFviewFonFπnFelusiveFbiologicπlFproblemTFCurrente
MedicinaleChemistryRF2008RFW[RFWZabScX 4.3 101

361 “imilπritiesFπndFdifferencesFinFtheFthioredoxinFsuperfπmilyTFProgresseineBiophysicseandeMoleculare
BiologyRF2006RFcWRFXXcSZb 4.7 94
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360 wuoniumFsubstitutedForgπnicFfreeFrπdicπlsFinFliquidsTFwuoniumâ��electronFhyperfineRFcouplingF
constπntsFofFπlkylFπndFπllylFrπdicπlsTFChemicalePhysicsRF1982RF]aRFXa[SXb[ 2.3 90

359 zroteinSproteinFdockingFdeπlingFwithFtheFunknownTFJournaleofeComputationaleChemistryRF2010RFYWRFYWaSZX3.5 85

358 yverviewFofFribonucleotideFreductπseFinhibitorsdFπnFπppeπlingFtπrgetFinFπntiStumourFtherπpyTF
CurrenteMedicinaleChemistryRF2005RFWXRFWXbYScZ 4.3 85

357 —πsculπrFendotheliπlFgrowthFfπctorFN—oqpOFinhibitionSSπFcriticπlFreviewTFAntitCancereAgentseine
MedicinaleChemistryRF2007RFaRFXXYSZ[ 2.2 83

356 ”heFfirstFmπmmπliπnFπldehydeFoxidπseFcrystπlFstructuredFinsightsFintoFsubstrπteFspecificityTFJournale
ofeBiologicaleChemistryRF2012RFXbaRFZV]cVSaVX 5.4 79

355 ReceptorSbπsedFvirtuπlFscreeningFprotocolFforFdrugFdiscoveryTFArchiveseofeBiochemistryeande
BiophysicsRF2015RF[bXRF[]S]a 4.1 74

354 wechπnismFofFformπtionFofFtheFinternπlFπldimineFinFpyridoxπlF[MSphosphπteSdependentFenzymesTF
JournaleofetheeAmericaneChemicaleSocietyRF2011RFWYYRFW[Zc]S[V[ 16.4 71

353 QwUwwF“tudiesFonFtheF˛†SqπlπctosidπseFmπtπlyticFwechπnismdFrydrolysisFπndF”rπnsglycosylπtionF
ReπctionsTFJournaleofeChemicaleTheoryeandeComputationRF2010RF]RFZXWSYY 6.4 69

352 RibonucleotideFreductπsedFπFcriticπlFenzymeFforFcπncerFchemotherπpyFπndFπntivirπlFπgentsTFRecente
PatentseoneAntitCancereDrugeDiscoveryRF2007RFXRFWWSXc 2.6 67

351 lenchmπrkingFofFnp”FpunctionπlsFforFtheFrydrolysisFofFzhosphodiesterFlondsTFJournaleofeChemicale
TheoryeandeComputationRF2010RF]RFXXbWScX 6.4 62

350 knπlysisFofFzincSligπndFbondFlengthsFinFmetπlloproteinsdFtrendsFπndFpπtternsTFProteins:eStructurese
FunctioneandeBioinformaticsRF2007RF]cRFZ]]Sa[ 4.2 62

349 qemcitπbinedFπFcriticπlFnucleosideFforFcπncerFtherπpyTFCurrenteMedicinaleChemistryRF2012RFWcRFWVa]Sba 4.3 61

348 ”heFZincFproteomedFπFtπleFofFstπbilityFπndFfunctionπlityTFDaltoneTransactionsRF2009RFacZ]S[] 4.3 59

347 wπmmπliπnFcytosolicFglutπthioneFtrπnsferπsesTFCurrenteProteineandePeptideeScienceRF2008RFcRFYX[SYa 2.8 59

346 wechπnismFforFribonucleotideFreductπseFinπctivπtionFbyFtheFπnticπncerFdrugFgemcitπbineTFJournale
ofeComputationaleChemistryRF2004RFX[RFWXb]ScZ 3.5 59

345 xucleπrFfπctorFkπppπFldFπFpotentiπlFtπrgetFforFπntiSrs—FchemotherπpyTFCurrenteMedicinaleChemistryRF
2003RFWVRFW]VYSW[ 4.3 58

344 nefinitionFofFπnFelectronicFprofileFofFcompoundsFwithFinhibitoryFπctivityFπgπinstFhemπtinF
πggregπtionFinFmπlπriπFpπrπsiteTFBioorganiceandeMedicinaleChemistryRF2004RFWXRFYYWYSXW 3.4 57

343 ”heFcurrentFstπtusFofFtheFxxR”sFfπmilyFofFπntiretrovirπlsFusedFinFtheFrkkR”FregimeFπgπinstFrs—F
infectionTFCurrenteMedicinaleChemistryRF2008RFW[RFWVbYSc[ 4.3 56
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342
–nrπvelingFtheFimportπnceFofFproteinSproteinFinterπctiondFπpplicπtionFofFπFcomputπtionπlF
πlπnineSscπnningFmutπgenesisFtoFtheFstudyFofFtheFsgqWFstreptococcπlFproteinFqFNmXFfrπgmentOF
complexTFJournaleofePhysicaleChemistryeBRF2006RFWWVRFWVc]XSc

3.4 56

341 pπrnesyltrπnsferπseSSnewFinsightsFintoFtheFzincScoordinπtionFsphereFpπrπdigmdFevidenceFforFπF
cπrboxylπteSshiftFmechπnismTFBiophysicaleJournalRF2005RFbbRFZbYScZ 2.9 55

340 momputπtionπlFklπnineF“cπnningFwutπgenesisdFwwSzl“kFvsF”sTFJournaleofeChemicaleTheoryeande
ComputationRF2013RFcRFWYWWSc 6.4 54

339 ovπluπtionFofFπFflπvonoidsFlibrπryFforFinhibitionFofFpπncreπticF˛–SπmylπseFtowπrdsFπFstructureSπctivityF
relπtionshipTFJournaleofeEnzymeeInhibitioneandeMedicinaleChemistryRF2019RFYZRF[aaS[bb 5.6 53

338 onzymπticFplexibilityFπndFReπctionFRπtedFkFQwUwwF“tudyFofFrs—SWFzroteπseTFACSeCatalysisRF2015RF[RF[]WaS[]X]13.1 53

337
”heoreticπlFstudiesFonFtheFmechπnismFofFinhibitionFofFRibonucleotideFReductπseFbyF
NoOSXMSpluoromethyleneSXMSdeoxycitidineS[MSdiphosphπteTFJournaleofetheeAmericaneChemicaleSocietyRF
2003RFWX[RF]YWWSXX

16.4 53

336 qlutπthioneFtrπnsferπsedFnewFmodelFforFglutπthioneFπctivπtionTFChemistryeteAeEuropeaneJournalRF
2008RFWZRFc[cWSb 4.8 51

335 “tructurπlFchπrπcterizπtionFofFinclusionFcomplexesFbetweenFcyπnidinSYSySglucosideFπndF
˛†ScyclodextrinTFCarbohydrateePolymersRF2014RFWVXRFX]cSaa 10.3 50

334 “tudiesFonF˛–SglucosidπseFinhibitorsFdevelopmentdFmπgicFmoleculesFforFtheFtreπtmentFofF
cπrbohydrπteFmediπtedFdiseπsesTFMinitReviewseineMedicinaleChemistryRF2012RFWXRFaWYSXV 3.2 49

333 niscoveryFofFπFlπrgeFnumberFofFpreviouslyFunrecognizedFmitochondriπlFpseudogenesFinFfishF
genomesTFGenomicsRF2005RFb]RFaVbSWa 4.3 48

332 qlycosidπseFinhibitorsdFπFpπtentFreviewFNXVVbSXVWYOTFExperteOpinioneoneTherapeuticePatentsRF2014RF
XZRFb[aSaZ 6.8 47

331 ”heFcπtπlyticFmechπnismFofFrs—SWFintegrπseFforFnxkFYMSendFprocessingFestπblishedFbyFQwUwwF
cπlculπtionsTFJournaleofetheeAmericaneChemicaleSocietyRF2012RFWYZRFWYZY]SZa 16.4 47

330 –nrπvelingFtheFenigmπticFmechπnismFofFvSπspπrπginπseFssFwithFQwUQwFcπlculπtionsTFJournaleofethee
AmericaneChemicaleSocietyRF2013RFWY[RFaWZ]S[b 16.4 45

329
mompπrπtiveFπnπlysisFofFtheFperformπnceFofFcommonlyFπvπilπbleFdensityFfunctionπlsFinFtheF
determinπtionFofFgeometricπlFpπrπmetersFforFzincFcomplexesTFJournaleofeComputationaleChemistryRF
2009RFYVRFXa[XS]Y

3.5 45

328 nehydrπtionFofFribonucleotidesFcπtπlyzedFbyFribonucleotideFreductπsedFtheFroleFofFtheFenzymeTF
BiophysicaleJournalRF2006RFcVRFXWVcSWc 2.9 45

327 kminoFπcidFdeprivπtionFusingFenzymesFπsFπFtπrgetedFtherπpyFforFcπncerFπndFvirπlFinfectionsTFExperte
OpinioneoneTherapeuticePatentsRF2017RFXaRFXbYSXca 6.8 44

326 momputπtionπlFenzymπticFcπtπlysisSSclπrifyingFenzymπticFmechπnismsFwithFtheFhelpFofFcomputersTF
PhysicaleChemistryeChemicalePhysicsRF2012RFWZRFWXZYWSZW 3.6 44

325 ”heFsulfurFshiftdFπnFπctivπtionFmechπnismFforFperiplπsmicFnitrπteFreductπseFπndFformπteF
dehydrogenπseTFInorganiceChemistryRF2013RF[XRFWVa]]SaX 5.1 42
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324 ”heFcπtπlyticFmechπnismFofFproteinFphosphπtπseF[FestπblishedFbyFnp”FcπlculπtionsTFChemistryeteAe
EuropeaneJournalRF2013RFWcRFWZVbWSc 4.8 42

323 —irtuπlFscreeningFinFdrugFdesignFπndFdevelopmentTFCombinatorialeChemistryeandeHigheThroughpute
ScreeningRF2010RFWYRFZZXS[Y 1.3 42

322 krylSFπndFheteroπrylSthiosemicπrbπzoneFderivπtivesFπndFtheirFmetπlFcomplexesdFπFphπrmπcologicπlF
templπteTFRecentePatentseoneAntitCancereDrugeDiscoveryRF2013RFbRFW]bSbX 2.6 41

321 snhibitionFofFpπncreπticFelπstπseFbyFpolyphenolicFcompoundsTFJournaleofeAgriculturaleandeFoode
ChemistryRF2010RF[bRFWV]]bSa] 5.7 39

320 momputπtionπlFwechπnisticF“tudiesFkddressedFtoFtheF”rπnsiminπtionFReπctionFzresentFinFkllF
zyridoxπlF[MSzhosphπteSRequiringFonzymesTFJournaleofeChemicaleTheoryeandeComputationRF2011RFaRFWY[]S]b6.4 39

319 “tructurπlFfeπturesFofFcopigmentπtionFofFoeninFwithFdifferentFpolyphenolFcopigmentsTFJournaleofe
AgriculturaleandeFoodeChemistryRF2013RF]WRF]cZXSb 5.7 38

318 ”heFcπtπlyticFmechπnismFofFcπrboxylesterπsesdFπFcomputπtionπlFstudyTFBiochemistryRF2014RF[YRF[bXVSc 3.2 37

317 ”heFmπtπlyticFwechπnismFofFRxkFzolymerπseFssTFJournaleofeChemicaleTheoryeandeComputationRF2011RF
aRFWWaaSbb 6.4 37

316 woleculπrFrecognitionFofFW[SdeoxySdeltπNWXRWZOSprostπglπndinFtXFbyFnucleπrFfπctorSkπppπFlFπndF
otherFcellulπrFproteinsTFBioorganiceandeMedicinaleChemistryeLettersRF2005RFW[RFZV[aS]Y 2.9 37

315 –nrπvelingFtheFmechπnismFofFtheFfπrnesyltrπnsferπseFenzymeTFJournaleofeBiologicaleInorganice
ChemistryRF2005RFWVRFYSWV 3.7 37

314 –niqueF”riphenylphosphoniumFnerivπtivesFforFonhπncedFwitochondriπlF–ptπkeFπndFzhotodynπmicF
”herπpyTFBioconjugateeChemistryRF2017RFXbRF[cVS[cc 6.3 36

313
“tructurπlFbπsisFforFtheFq“uSYbetπFbindingFπffinityFπndFselectivityFπgπinstFmnuSXFofF
WSNZSπminofurπzπnSYylOS[SdiπlkylπminomethylSWrSΔWRXRYβFtriπzoleSZScπrboxylicFπcidFderivπtivesTF
BioorganiceandeMedicinaleChemistryeLettersRF2005RFW[RF[WXcSY[

2.9 36

312 kccurπcyFofFnensityFpunctionπlsFinFtheFzredictionFofFolectronicFzrotonFkffinitiesFofFkminoFkcidF“ideF
mhπinsTFJournaleofeChemicaleTheoryeandeComputationRF2011RFaRFYbcbScVb 6.4 35

311 ”heFkccurπcyFofFnensityFpunctionπlF”heoryFinFtheFnescriptionFofFmπtionSˇ�FπndFˇ�SrydrogenFlondF
snterπctionsTFJournaleofeChemicaleTheoryeandeComputationRF2011RFaRFXV[cS]a 6.4 35

310 wechπnisticFstudiesFonFtheFformπtionFofFglycosidπseSsubstrπteFπndFglycosidπseSinhibitorFcovπlentF
intermediπtesTFJournaleofeComputationaleChemistryRF2008RFXcRFX[][SaZ 3.5 35

309 ”heoreticπlFstudiesFonFfπrnesyltrπnsferπsedFtheFdistπncesFpπrπdoxFexplπinedTFProteins:eStructurese
FunctioneandeBioinformaticsRF2007RF]]RFXV[SWb 4.2 35

308 ”heoreticπlFquπntitπtiveFstructureSπctivityFrelπtionshipsFofFflπvoneFligπndsFinterπctingFwithF
cytochromeFzZ[VFWkWFπndFWkXFisozymesTFBioorganiceandeMedicinaleChemistryRF2005RFWYRFZY]]SaZ 3.4 35

307 ”heoreticπlFstudyFofFπrginineâ��cπrboxylπteFinterπctionsTFComputationaleandeTheoreticaleChemistryRF
1999RFZ]YRFbWScV 35

(1999-2013)
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306 wechπnismFofFthioredoxinScπtπlyzedFdisulfideFreductionTFkctivπtionFofFtheFburiedFthiolFπndFroleFofF
theFvπriπbleFπctiveSsiteFresiduesTFJournaleofePhysicaleChemistryeBRF2008RFWWXRFX[WWSXY 3.4 34

305 ”heoreticπlFstudiesFonFfπrnesylFtrπnsferπsedFevidenceFforFthioetherFproductFcoordinπtionFtoFtheF
πctiveSsiteFzincFsphereTFJournaleofeComputationaleChemistryRF2007RFXbRFWW]VSb 3.5 34

304 –nrπvellingFrotF“potsdFπFcomprehensiveFcomputπtionπlFmutπgenesisFstudyTFTheoreticaleChemistrye
AccountsRF2006RFWWaRFccSWWY 1.9 34

303 –nderstπndingFtheFbindingFofFprocyπnidinsFtoFpπncreπticFelπstπseFbyFexperimentπlFπndF
computπtionπlFmethodsTFBiochemistryRF2010RFZcRF[VcaSWVb 3.2 33

302 neterminπtionFofFtheFneltπpuπFbetweenFtheFπctiveFsiteFcysteinesFofFthioredoxinFπndFnsbkTFJournale
ofeComputationaleChemistryRF2006RFXaRFc]]Sa[ 3.5 33

301 pπrnesyltrπnsferπseFinhibitorsdFπFcomprehensiveFreviewFbπsedFonFquπntitπtiveFstructurπlFπnπlysisTF
CurrenteMedicinaleChemistryRF2013RFXVRFZbbbScXY 4.3 33

300 ktomisticFdetπilsFofFtheFmπtπlyticFwechπnismFofFpeNsssOSZnNssOFzurpleFkcidFzhosphπtπseTFJournaleofe
ChemicaleTheoryeandeComputationRF2010RF]RFXZXZSYY 6.4 32

299 ReceptorSdrugFπssociπtionFstudiesFinFtheFinhibitionFofFtheFhemπtinFπggregπtionFprocessFofFmπlπriπTF
FEBSeLettersRF2003RF[ZaRFXWaSXX 3.8 32

298 wuonFspinFrotπtionFspectrπFforFmuoniumFisotopicπllyFsubstitutedFethylFrπdicπlsTFJournaleofethee
ChemicaleSocietyeFaradayeTransactionseIRF1984RFbVRFX[[ 32

297 wechπnisticFinsightsFonFtheFreductionFofFglutπthioneFdisulfideFbyFproteinFdisulfideFisomerπseTF
ProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStateseofeAmericaRF2017RFWWZRFoZaXZSoZaYY11.5 31

296 mompπrπtiveFπssessmentFofFtheoreticπlFmethodsFforFtheFdeterminπtionFofFgeometricπlFpropertiesF
inFbiologicπlFzincFcomplexesTFJournaleofePhysicaleChemistryeBRF2007RFWWWRFcWZ]S[X 3.4 31

295 ”heFbπrriersFtoFinternπlFrotπtionFforFmuonicSsubstitutedFethylFrπdicπlsTFJournaleofetheeChemicale
SocietyeFaradayeTransactionseIRF1984RFbVRFX]a 31

294 zπrπmetersFforFwoleculπrFnynπmicsF“imulπtionsFofFwπngπneseSmontπiningFwetπlloproteinsTFJournale
ofeChemicaleTheoryeandeComputationRF2013RFcRFXaWbSYX 6.4 30

293
xewFzπrπmetersFforFrigherFkccurπcyFinFtheFmomputπtionFofFlindingFpreeFonergyFnifferencesFuponF
klπnineF“cπnningFwutπgenesisFonFzroteinSzroteinFsnterfπcesTFJournaleofeChemicaleInformationeande
ModelingRF2017RF[aRF]VSaX

6.1 29

292 rotFspotFocclusionFfromFbulkFwπterdFπFcomprehensiveFstudyFofFtheFcomplexFbetweenFtheFlysozymeF
rovFπndFtheFπntibodyFp—nWTYTFJournaleofePhysicaleChemistryeBRF2007RFWWWRFX]caSaV] 3.4 29

291 kFmoleculπrFmodelingFstudyFofFinhibitorsFofFnucleπrFfπctorFkπppπSlFNp[VOSSnxkFbindingTFJournaleofe
ComputertAidedeMoleculareDesignRF2003RFWaRFbX[SY] 4.2 29

290 ReπctionFwechπnismFofFrumπnFReninF“tudiedFbyFQuπntumFwechπnicsUwoleculπrFwechπnicsF
NQwUwwOFmπlculπtionsTFACSeCatalysisRF2014RFZRFYb]cSYba] 13.1 28

289 snsightFintoFonzymπticFxitrileFReductiondFQwUwwF“tudyFofFtheFmπtπlyticFwechπnismFofFQuepFxitrileF
ReductπseTFACSeCatalysisRF2015RF[RFYaZVSYa[W 13.1 28
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288
knchoringFeffectsFinFπFwideFbindingFpocketdFtheFmoleculπrFbπsisFofFregioselectivityFinFengineeredF
cytochromeFzZ[VFmonooxygenπseFfromFlTFmegπteriumTFProteins:eStructureseFunctioneande
BioinformaticsRF2008RFaYRF[caS]Va

4.2 28

287 woleculπrFdynπmicsFsimulπtionsFofFtheFenzymeFmuRFZnFsuperoxideFdismutπseTFJournaleofePhysicale
ChemistryeBRF2006RFWWVRFW]a[ZS]X 3.4 28

286 kccurπcyFofFtheFnumericπlFsolutionFofFtheFzoissonâ��loltzmπnnFequπtionTFComputationaleande
TheoreticaleChemistryRF2005RFaXcRFWWSWb 28

285 ostπblishingFtheFcπtπlyticFmechπnismFofFhumπnFpπncreπticF˛–SπmylπseFwithFQwUwwFmethodsTF
JournaleofeChemicaleTheoryeandeComputationRF2015RFWWRFX[VbSW] 6.4 27

284
mompπrπtiveFπnπlysisFofFtheFperformπnceFofFcommonlyFπvπilπbleFdensityFfunctionπlsFinFtheF
determinπtionFofFgeometricπlFpπrπmetersFforFcopperFcomplexesTFJournaleofeComputationale
ChemistryRF2013RFYZRFXVacScV

3.5 27

283 “tructurπlFchπrπcterizπtionFofFπFkStypeFlinkedFtrimericFπnthocyπninFderivedFpigmentFoccurringFinFπF
youngFzortFwineTFFoodeChemistryRF2013RFWZWRFWcbaSc] 8.5 27

282 zπrπmetersFforFmoleculπrFdynπmicsFsimulπtionsFofFironSsulfurFproteinsTFJournaleofeComputationale
ChemistryRF2013RFYZRFW[ZVSb 3.5 27

281 –nderstπndingFtheFimportπnceFofFtheFπromπticFπminoSπcidFresiduesFπsFhotSspotsTFBiochimicaeEte
BiophysicaeActaeteProteinseandeProteomicsRF2013RFWbYZRFZVZSWZ 4 27

280 wknkwwdFπFmultistπgedFdockingFwithFπnFπutomπtedFmoleculπrFmodelingFprotocolTFProteins:e
StructureseFunctioneandeBioinformaticsRF2009RFaZRFWcXSXV] 4.2 27

279 woleculπrFdeterminπntsFofFligπndFspecificityFinFfπmilyFWWFcπrbohydrπteFbindingFmodulesdFπnFxwRRF
XSrπyFcrystπllogrπphyFπndFcomputπtionπlFchemistryFπpproπchTFFEBSeJournalRF2008RFXa[RFX[XZSY[ 5.7 27

278 RibonucleotideFπctivπtionFbyFenzymeFribonucleotideFreductπsedFunderstπndingFtheFroleFofFtheF
enzymeTFJournaleofeComputationaleChemistryRF2004RFX[RFXVYWSa 3.5 27

277 zredictionFofFtheFRπmπnFspectrumFofFtheFπqueousFformπteFπnionFbyFπFcombinedFdensityFfunctionπlF
theoryFπndFselfSconsistentSreπctionSfieldFstudyTFTheoreticaleChemistryeAccountsRF2000RFWV[RF]bSa] 1.9 27

276 lenchmπrkingFofFnensityFpunctionπlsFforFtheFkccurπteFnescriptionFofF”hiolSnisulfideFoxchπngeTF
JournaleofeChemicaleTheoryeandeComputationRF2014RFWVRFZbZXS[] 6.4 26

275 mhemicπllyFmodifiedFtetrπcyclinesFπsFinhibitorsFofFwwzSXFmπtrixFmetπlloproteinπsedFπFmoleculπrF
πndFstructurπlFstudyTFJournaleofePhysicaleChemistryeBRF2012RFWW]RFWY]ZZS[Z 3.4 26

274 ”heFseπrchFforFtheFmechπnismFofFtheFreπctionFcπtπlyzedFbyFfπrnesyltrπnsferπseTFChemistryeteAe
EuropeaneJournalRF2009RFW[RFZXZYSa 4.8 26

273 woleculπrFdynπmicsFsimulπtionsFonFtheFcriticπlFstπtesFofFtheFfπrnesyltrπnsferπseFenzymeTFBioorganice
andeMedicinaleChemistryRF2009RFWaRFYY]cSab 3.4 26

272
offectiveFtπilorSmπdeFforceFfieldFpπrπmeterizπtionFofFtheFseverπlFZnFcoordinπtionFenvironmentsFinF
theFpuzzlingFp”πseFenzymedFopeningFtheFdoorFtoFtheFfullFunderstπndingFofFitsFelusiveFcπtπlyticF
mechπnismTFTheoreticaleChemistryeAccountsRF2006RFWWaRFWaWSWbW

1.9 26

271 “tructurπlFdivergenceFπndFπdπptiveFevolutionFinFmπmmπliπnFcytochromesFzZ[VFXmTFGeneRF2007RFYbaRF[bS]]3.8 26

(2007-2008)
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270 ”heoreticπlFstudyFofFtheFunusuπlFprotonπtionFpropertiesFofFtheFπctiveFsiteFcysteinesFinFthioredoxinTF
JournaleofePhysicaleChemistryeBRF2006RFWWVRF[a[bS]W 3.4 26

269 –nderstπndingFmonformπtionπlFnynπmicsFofFmomplexFvipidFwixturesFRelevπntFtoFliologyTFJournaleofe
MembraneeBiologyRF2018RFX[WRF]VcS]YW 2.3 26

268 zredictionFofF“olvπtionFpreeFonergiesFwithF”hermodynπmicFsntegrπtionF–singFtheFqenerπlFkmberF
porceFpieldTFJournaleofeChemicaleTheoryeandeComputationRF2014RFWVRFY[aVSa 6.4 25

267 Q“kRFπnπlysisFofFXSbenzoxπzolylFhydrπzoneFderivπtivesFforFπnticπncerFπctivityFπndFitsFpossibleF
tπrgetFpredictionTFMedicinaleChemistryeResearchRF2012RFXWRFWYYSWZZ 2.2 25

266 wultidimensionπlFepistπsisFπndFfitnessFlπndscπpesFinFenzymeFevolutionTFBiochemicaleJournalRF2012RF
ZZ[RFYcSZ] 3.8 25

265 “tructurπlFπnπlysisFofF˛–SglucosidπseFinhibitorsFbyFvπlidπtedFQ“kRFmodelsFusingFtopologicπlFπndF
hydrophobicityFbπsedFdescriptorsTFChemometricseandeIntelligenteLaboratoryeSystemsRF2011RFWVcRFWVWSWWX 3.8 25

264 vsvπbâ��knFimplementπtionFforFvirtuπlFhighSthroughputFscreeningFusingFkutonockFπndF—wnTF
InternationaleJournaleofeQuantumeChemistryRF2011RFWWWRFWXVbSWXWX 2.1 25

263 nirectFcovπlentFmodificπtionFπsFπFstrπtegyFtoFinhibitFnucleπrFfπctorSkπppπFlTFCurrenteMedicinale
ChemistryRF2009RFW]RFZX]WSaY 4.3 25

262 pπrnesyltrπnsferπsedF”heoreticπlFstudiesFonFpeptideFsubstrπteFentrπnceâ��thiolForFthiolπteF
coordinπtioniTFComputationaleandeTheoreticaleChemistryRF2005RFaXcRFWX[SWXc 25

261
snfluenceFofFπFflπvπnSYSolFsubstituentFonFtheFπffinityFofFπnthocyπninsFNpigmentsOFtowπrdF
vinylcπtechinFdimersFπndFproπnthocyπnidinsFNcopigmentsOTFJournaleofePhysicaleChemistryeBRF2012RF
WW]RFWZVbcScc

3.4 24

260 —olπreπFSFπFbioinformπticsFtoolFtoFcπlculπteFtheFsurfπceFπreπFπndFtheFvolumeFofFmoleculπrFsystemsTF
ChemicaleBiologyeandeDrugeDesignRF2013RFbXRFaZYS[[ 2.9 24

259 witochondriπlFintrogressionsFintoFtheFnucleπrFgenomeFofFtheFdomesticFcπtTFJournaleofeHeredityRF
2007RFcbRFZWZSXV 2.4 24

258 lenchmπrkingFofFdensityFfunctionπlsFforFtheFkineticsFπndFthermodynπmicsFofFtheFhydrolysisFofF
glycosidicFbondsFcπtπlyzedFbyFglycosidπsesTFInternationaleJournaleofeQuantumeChemistryRF2017RFWWaRFeX[ZVc2.1 23

257 zeriplπsmicFnitrπteFreductπseFπndFformπteFdehydrogenπsedFsimilπrFmoleculπrFπrchitecturesFwithF
veryFdifferentFenzymπticFπctivitiesTFAccountseofeChemicaleResearchRF2015RFZbRFXba[SbZ 24.3 23

256 wechπnismFofFglutπthioneFtrπnsferπseFzWSWScπtπlyzedFπctivπtionFofFtheFprodrugFcπnfosfπmideF
N”vuXb]RF”ovmY”kOTFBiochemistryRF2013RF[XRFbV]cSab 3.2 23

255 mhemicπlFbehπviorFofFmethylpyrπnomπlvidinSYSySglucosideFinFπqueousFsolutionFstudiedFbyFxwRFπndF
–—SvisibleFspectroscopyTFJournaleofePhysicaleChemistryeBRF2011RFWW[RFW[YbSZ[ 3.4 23

254 ”heFreductionFofFribonucleotidesFcπtπlyzedFbyFtheFenzymeFribonucleotideFreductπseTFTheoreticale
ChemistryeAccountsRF2002RFWVbRFY[XSY]Z 1.9 23

253 ”heoreticπlFstudiesFonFtheFmodeFofFinhibitionFofFribonucleotideFreductπseFbyFXMSsubstitutedF
substrπteFπnπloguesTFChemistryeteAeEuropeaneJournalRF2003RFcRF[cW]SX[ 4.8 23
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252 momputπtionπlFπpproπchesFtoFtheFstudyFofFsomeFlπnthπnideFNsssOâ��polyπzπmπcrocyclicFchelπtesFforF
mπgneticFresonπnceFimπgingTFInternationaleJournaleofeQuantumeChemistryRF1999RFaYRFXYaSXZb 2.1 23

251 ”heoreticπlFstudyFofFribonucleotideFreductπseFmechπnismSbπsedFinhibitionFbyF
XMSπzidoSXMSdeoxyribonucleosideF[MSdiphosphπtesTFJournaleofeComputationaleChemistryRF2004RFX[RFXXaSYa 3.5 22

250 nevelopmentFofFribonucleotideFreductπseFinhibitorsdFπFreviewFonFstructureFπctivityFrelπtionshipsTF
MinitReviewseineMedicinaleChemistryRF2013RFWYRFWb]XSaX 3.2 22

249
smprovingFtheFliodesulfurizπtionFofFmrudeFyilFπndFnerivπtivesdFkFQwUwwFsnvestigπtionFofFtheF
mπtπlyticFwechπnismFofFxknrSpwxFyxidoreductπseFNnsznOTFJournaleofePhysicaleChemistryeARF2016RF
WXVRF[YVVS]

2.8 22

248 np”FstudiesFonFtheF˛†SglycosidπseFcπtπlyticFmechπnismdF”heFdeglycosylπtionFstepTFComputationaleande
TheoreticaleChemistryRF2010RFcZ]RFWX[SWYY 21

247
mompπrπtiveFevolutionπryFgenomicsFofFtheFrknrXFgeneFencodingFkbetπSbindingFπlcoholF
dehydrogenπseUWabetπShydroxysteroidFdehydrogenπseFtypeFWVFNklknUr“nWVOTFBMCeGenomicsRF
2006RFaRFXVX

4.5 21

246 snfluenceFofFprozenFResiduesFonFtheFoxplorπtionFofFtheFzo“FofFonzymeFReπctionFwechπnismsTF
JournaleofeChemicaleTheoryeandeComputationRF2017RFWYRF[Zb]S[Zc[ 6.4 20

245 “ynthesisFπndFrydrolyticF“tudiesFonFtheFkirS“tπbleFΔNZSmxSzhyONoOzN˛…SxNtOluOβXFNoFgFyRF“RFπndF“eOF
myclodiphosphπzπnesTFInorganiceChemistryRF2015RF[ZRF]ZXYSYX 5.1 20

244 RelπtionshipFbetweenFonzymeU“ubstrπteFzropertiesFπndFonzymeFofficiencyFinFrydrolπsesTFACSe
CatalysisRF2015RF[RF[baaS[bba 13.1 20

243 –nderstπndingFtheFmπtπlyticFwπchineryFπndFtheFReπctionFzπthwπyFofFtheFwπlonylSkcetylF
”rπnsferπseFnomπinFofFrumπnFpπttyFkcidF“ynthπseTFACSeCatalysisRF2018RFbRFZb]VSZbaX 13.1 20

242 zvzFundergoesFconformπtionπlFchπngesFduringFtheFcourseFofFπnFenzymπticFreπctionTFActae
CrystallographicaeSectioneD:eBiologicaleCrystallographyRF2014RFaVRF[c]S]V] 20

241 QwUwwF“tudyFπndFwnF“imulπtionsFonFtheFrypertensionFRegulπtorFkngiotensinSmonvertingF
onzymeTFACSeCatalysisRF2014RFZRFX[baSX[ca 13.1 20

240 ”heFcπtπlyticFmechπnismFofFmouseFreninFstudiedFwithFQwUwwFcπlculπtionsTFPhysicaleChemistrye
ChemicalePhysicsRF2012RFWZRFWX]V[SWY 3.6 20

239
knπlysisFofFvπnFderFWππlsFsurfπceFπreπFpropertiesFforFhumπnFetherSπSgoSgoSrelπtedFgeneFblockingF
πctivitydFcomputπtionπlFstudyFonFstructurπllyFdiverseFcompoundsTFSAReandeQSAReineEnvironmentale
ResearchRF2012RFXYRF[XWSY]

3.5 20

238 “uccessesFπndFfπiluresFofFnp”FfunctionπlsFinFπcidUbπseFπndFredoxFreπctionsFofForgπnicFπndF
biochemicπlFinterestTFComputationaleandeTheoreticaleChemistryRF2011RFc]]RFWXVSWX] 2 20

237 ”heFzroteinFkinπseFinhibitorFbπlπnoldFstructureSπctivityFrelπtionshipsFπndFstructureSbπsedF
computπtionπlFstudiesTFAntitCancereAgentseineMedicinaleChemistryRF2008RFbRF]YbSZ[ 2.2 20

236
rotFspotFcomputπtionπlFidentificπtiondFkpplicπtionFtoFtheFcomplexFformedFbetweenFtheFhenFeggF
whiteFlysozymeFNrovOFπndFtheFπntibodyFryrovSWVTFInternationaleJournaleofeQuantumeChemistryRF2007
RFWVaRFXccSYWV

2.1 20

235 zroteinâ��proteinFrecognitiondFπFcomputπtionπlFmutπgenesisFstudyFofFtheFwnwXâ��z[YFcomplexTF
TheoreticaleChemistryeAccountsRF2008RFWXVRF[YYS[ZX 1.9 20

(2008-1999)
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234 mπrbohydrπteSbindingFmodulesFfromFfπmilyFWWdF–nderstπndingFtheFbindingFmodeFofF
polysπcchπridesTFInternationaleJournaleofeQuantumeChemistryRF2008RFWVbRFXVYVSXVZV 2.1 20

233 ”heFmπtπlyticFwechπnismFofFtheFzyridoxπlS[MSphosphπteSnependentFonzymeRFristidineF
necπrboxylπsedFkFmomputπtionπlF“tudyTFChemistryeteAeEuropeaneJournalRF2017RFXYRFcW]XScWaY 4.8 19

232 xewFinsightsFinFtheFcπtπlyticFmechπnismFofFtyrosineFπmmoniπSlyπseFgivenFbyFQwUwwFπndFQwF
clusterFmodelsTFArchiveseofeBiochemistryeandeBiophysicsRF2015RF[bXRFWVaSW[ 4.1 19

231 “ubstrπteFrecognitionFinFrs—SWFproteπsedFπFcomputπtionπlFstudyTFJournaleofePhysicaleChemistryeBRF
2010RFWWZRFX[X[SYX 3.4 19

230 QwUwwF“tudyFofFtheFReπctionFwechπnismFofFtheFnehydrπtπseFnomπinFfromFwπmmπliπnFpπttyFkcidF
“ynthπseTFACSeCatalysisRF2018RFbRFWVX]aSWVXab 13.1 19

229 mπtπlyticFwechπnismFofFtheF“erineFrydroxymethyltrπnsferπsedFkFmomputπtionπlFyxsywFQwUwwF
“tudyTFACSeCatalysisRF2018RFbRFWVVc]SWVWWV 13.1 19

228 wechπnisticFzπthwπyFonFrumπnF˛–SqlucosidπseFwπltπseSqlucoπmylπseF–nveiledFbyFQwUwwF
mπlculπtionsTFJournaleofePhysicaleChemistryeBRF2018RFWXXRFYbbcSYbcc 3.4 18

227 –nveilingFtheFmπtπlyticFwechπnismFofFxknzQSnependentFssocitrπteFnehydrogenπseFwithFQwUwwF
mπlculπtionsTFACSeCatalysisRF2016RF]RFY[aSY]b 13.1 18

226 rumπnFetherSπSgoSgoSrelπtedFgeneFchπnnelFblockersFπndFitsFstructurπlFπnπlysisFforFdrugFdesignTF
CurrenteDrugeTargetsRF2013RFWZRFWVXSWY 3 18

225 —inylcπtechinFdimersFπreFmuchFbetterFcopigmentsFforFπnthocyπninsFthπnFcπtechinFdimerF
procyπnidinFbYTFJournaleofeAgriculturaleandeFoodeChemistryRF2010RF[bRFYW[cS]] 5.7 18

224 hoRqFbindingFfeπtureFπnπlysisFofFstructurπllyFdiverseFcompoundsFbyFQ“kRFπndFfrπgmentπlFπnπlysisTF
RSCeAdvancesRF2011RFWRFWWX] 3.7 18

223 netπiledFmicroscopicFstudyFofFtheFfullFzipkdptsZFinterfπceTFProteins:eStructureseFunctioneande
BioinformaticsRF2006RF]YRFbWWSXW 4.2 18

222 ReπctionFwechπnismFofFwycobπcteriumF”uberculosisFqlutπmineF“ynthetπseF–singFQuπntumF
wechπnicsUwoleculπrFwechπnicsFmπlculπtionsTFChemistryeteAeEuropeaneJournalRF2016RFXXRFcXWbSX[ 4.8 17

221 snsightsFintoFtheFstructurπlFdeterminπntsFofFsubstrπteFspecificityFπndFπctivityFinFmouseFπldehydeF
oxidπsesTFJournaleofeBiologicaleInorganiceChemistryRF2015RFXVRFXVcSWa 3.7 17

220
qπsSphπseFgeometryFoptimizπtionFofFbiologicπlFmoleculesFπsFπFreπsonπbleFπlternπtiveFtoFπF
continuumFenvironmentFdescriptiondFfπctRFmythRForFfictioniTFJournaleofePhysicaleChemistryeARF2009RF
WWYRFWZXYWS]

2.8 17

219 momputπtionπlFstudiesFonFtheFreπctivityFofFsubstitutedFWRXSdihydroSWRXSπzπborinesTFJournaleofe
OrganiceChemistryRF2009RFaZRF]WXVSc 4.2 17

218 onzymeFflexibilityFπndFtheFcπtπlyticFmechπnismFofFfπrnesyltrπnsferπsedFtπrgetingFtheFrelπtionTF
JournaleofePhysicaleChemistryeBRF2008RFWWXRFb]bWScW 3.4 17

217 kFcompπrπtiveFdensitySfunctionπlFstudyFofFtheFreπctionFmechπnismFofFtheFyXSdependentF
coproporphyrinogenFsssFoxidπseTFBioorganiceandeMedicinaleChemistryRF2008RFW]RFXaX]SYY 3.4 17
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216 woleculπrFdynπmicsFsimulπtionsFofFπngiotensinFssFinFπqueousFπndFdimethylFsulfoxideFenvironmentsTF
JournaleofePhysicaleChemistryeBRF2005RFWVcRFWaaZYS[W 3.4 17

215
liologicπlFevπluπtionRFchelπtionRFπndFmoleculπrFmodelingFstudiesFofFnovelFmetπlSchelπtingFinhibitorsF
ofFxpSkπppπlSnxkFbindingdFstructureFπctivityFrelπtionshipsTFJournaleofeMedicinaleChemistryRF2006RF
ZcRFY[c[S]VW

8.3 17

214 ReπctionFwechπnismFπndFneterminπntsFforFofficientFmπtπlysisFbyFnszlRFπFueyFonzymeFforFmrudeFyilF
lioSdesulfurizπtionTFACSeCatalysisRF2020RFWVRFc[Z[Sc[[Z 13.1 17

213 ostrogenFreceptorSpositiveFNoROFbreπstFcπncerFtreπtmentdFkreFmultiStπrgetFcompoundsFtheFnextF
promisingFπpproπchiTFBiochemicalePharmacologyRF2020RFWaaRFWWYcbc 6 17

212
kFnovelFsyntheticFpeptideFinspiredFonFvysZcFphospholipπseFkFfromFmrotπlusForegπnusFπbyssusFsnπkeF
venomFπctiveFπgπinstFmultidrugSresistπntFclinicπlFisolπtesTFEuropeaneJournaleofeMedicinaleChemistryRF
2018RFWZcRFXZbSX[]

6.8 16

211 rwqSmokFReductπseFinhibitorsdFπnFupdπtedFreviewFofFpπtentsFofFnovelFcompoundsFπndF
formulπtionsFNXVWWSXVW[OTFExperteOpinioneoneTherapeuticePatentsRF2016RFX]RFWX[aSWXaX 6.8 16

210 ”heFglycπtionFsiteFspecificityFofFhumπnFserumFtrπnsferrinFisFπFdeterminπntFforFtrπnsferrinMsF
functionπlFimpπirmentFunderFelevπtedFglycπemicFconditionsTFBiochemicaleJournalRF2014RFZ]WRFYYSZX 3.8 16

209 qlutπthioneFtrπnsferπseFkWSWdFcπtπlyticFimportπnceFofFπrginineFW[TFJournaleofePhysicaleChemistryeBRF
2010RFWWZRFW]cVSa 3.4 16

208
”heoreticπlFstudyFonFtheFinhibitionFofFribonucleotideFreductπseFbyF
XMSmercπptoSXMSdeoxyribonucleosideS[MSdiphosphπtesTFJournaleofetheeAmericaneChemicaleSocietyRF
2005RFWXaRF[WaZSc

16.4 16

207 wodelingFenzymeâ��inhibitorFinterπctionsFinFserineFproteπsesF1999RFaZRFXccSYWZ 16

206 smprovingFtheFmπtπlyticFzowerFofFtheFnsznFonzymeFforFtheFliodesulfurizπtionFofFmrudeFyilFπndF
nerivπtivesTFChemistryeteAeEuropeaneJournalRF2017RFXYRFWaXYWSWaXZW 4.8 15

205 vigπndFbπsedFπnπlysisFonFrwqSmokFreductπseFinhibitorsTFChemometricseandeIntelligenteLaboratorye
SystemsRF2015RFWZVRFWVXSWW] 3.8 15

204 netπiledFπtomisticFπnπlysisFofFtheFrs—SWFproteπseFinterfπceTFJournaleofePhysicaleChemistryeBRF2011RF
WW[RFaVZ[S[a 3.4 15

203 nockingFπndFmoleculπrFdynπmicsFstudiesFonFtheFstereoselectivityFinFtheFenzymπticFsynthesisFofF
cπrbohydrπtesTFTheoreticaleChemistryeAccountsRF2009RFWXXRFXbYSXc] 1.9 15

202 “tructurπlFfeπtureFstudyFofFbenzofurπnFderivπtivesFπsFfπrnesyltrπnsferπseFinhibitorsTFJournaleofe
EnzymeeInhibitioneandeMedicinaleChemistryRF2011RFX]RFaaaScW 5.6 15

201 kFtheoreticπlFstudyFofFrπdicπlSonlyFπndFcombinedFrπdicπlUcπrbocπtionicFmechπnismsFofFπrπchidonicF
πcidFcyclooxygenπtionFbyFprostπglπndinFrFsynthπseTFTheoreticaleChemistryeAccountsRF2003RFWWVRFYZ[SY[W 1.9 15

200 ”heFmπtπlyticFwechπnismFofFtheFwπrineSnerivedFwπcrocyclπseFzπtqmπcTFChemistryeteAeEuropeane
JournalRF2016RFXXRFWYVbcSca 4.8 15

199
mπnnπbidiolFNmlnOFbutFnotFtetrπhydrocπnnπbinolFN”rmOFdysregulπteFinFvitroFdeciduπlizπtionFofF
humπnFendometriπlFstromπlFcellsFbyFdisruptionFofFestrogenFsignπlingTFReproductiveeToxicologyRF2020
RFcYRFa[SbX

3.4 14

(2020-2005)
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198 kFluriedFWπterFwoleculeFsnfluencesFReπctivityFinF˛–SkmylπseFonFπF“ubnπnosecondF”imeF“cπleTFACSe
CatalysisRF2018RFbRFZV[[SZV]Y 13.1 14

197 zrotocolFforFmomputπtionπlFonzymπticFReπctivityFlπsedFonFqeometryFyptimisπtionTFChemPhysChem
RF2018RFWcRF]]cS]bc 3.2 14

196 kFQwUwwFstudyFofFtheFreπctionFmechπnismFofFhumπnF˛†SketoπcylFreductπseTFPhysicaleChemistrye
ChemicalePhysicsRF2016RFWcRFYZaSY[[ 3.6 14

195 snFsilicoSbπsedFstructurπlFπnπlysisFofFπrylthiopheneFderivπtivesFforFp”πseFinhibitoryFπctivityRFhoRqRF
πndFotherFtoxicFeffectsTFJournaleofeBiomoleculareScreeningRF2011RFW]RFWVYaSZ] 14

194 kFtπleFofFtwoFπcidsdFwhenFπrginineFisFπFmoreFπppropriπteFπcidFthπnFrYyQTFJournaleofePhysicale
ChemistryeBRF2010RFWWZRFbccZScVVW 3.4 14

193 qlutπthioneFtrπnsferπseFclπssesFπlphπRFpiRFπndFmudFq“rFπctivπtionFmechπnismTFJournaleofePhysicale
ChemistryeBRF2010RFWWZRFWXcaXSbV 3.4 14

192 QwUwwFstudyFofFtheFcπtπlyticFmechπnismFofFqπlxkcFremovπlFfromFqwXFgπngliosideFcπtπlyzedFbyF
humπnF˛†ShexosπminidπsekTFJournaleofePhysicaleChemistryeBRF2011RFWW[RFWZa[WSc 3.4 14

191 momputπtionπlFπnπlysisFofFligπndFrecognitionFsitesFofFhomoSFπndFheteropentπmericF[Sr”YF
receptorsTFEuropeaneJournaleofeMedicinaleChemistryRF2010RFZ[RFZaZ]S]V 6.8 14

190 onzymeFribonucleotideFreductπsedFunrπvelingFπnFenigmπticFpπrπdigmFofFenzymeFinhibitionFbyF
furπnoneFderivπtivesTFJournaleofePhysicaleChemistryeBRF2006RFWWVRFXWXaXSbW 3.4 14

189 zyruvπteFpormπteFvyπsedFFkFxewFzerspectiveTFJournaleofePhysicaleChemistryeBRF2003RFWVaRF[a[WS[a[a 3.4 14

188 wodellingFstudiesFinFπqueousFsolutionFofFlπnthπnideFNsssOFchelπtesFdesignedFforFnucleπrFmπgneticF
resonπnceFbiomedicπlFπpplicπtionsTFMolecularePhysicsRF2003RFWVWRFXYWcSXYYY 1.7 14

187 QwUwwFstudyFofFtheFmechπnismFofFreductionFofFYShydroxySYSmethylglutπrylFcoenzymeFkFcπtπlyzedF
byFhumπnFrwqSmokFreductπseTFCatalysiseScienceeandeTechnologyRF2016RF]RFaWaXSaWb[ 5.5 14

186 wodelingFofFrumπnFpπttyFkcidF“ynthπseFπndFinF“ilicoFnockingFofFkcylFmπrrierFzroteinFnomπinFπndFstsF
zπrtnerFmπtπlyticFnomπinsTFJournaleofePhysicaleChemistryeBRF2018RFWXXRFaaSb[ 3.4 14

185 mompk“wdFπnFkmberS—wnFπlπnineFscπnningFmutπgenesisFplugSinTFTheoreticaleChemistryeAccountsRF
2012RFWYWRFW 1.9 13

184 nensitySfunctionπlFstudyFofFmechπnismsFforFtheFcofπctorSfreeFdecπrboxylπtionFperformedFbyF
uroporphyrinogenFsssFdecπrboxylπseTFJournaleofePhysicaleChemistryeBRF2005RFWVcRFWbWc[SXVV 3.4 13

183 xewFinsightsFintoFπFcriticπlFbiologicπlFcontrolFstepFofFtheFmechπnismFofFRibonucleotideFreductπseTF
ComputationaleandeTheoreticaleChemistryRF2004RFaVcRF[YS][ 13

182 ovπnsFllueFisFπnFinhibitorFofFnucleπrFfπctorSkπppπFlFNxpSkπppπlOSnxkFbindingTFBioorganiceande
MedicinaleChemistryeLettersRF2004RFWZRF]WXYSa 2.9 13

181 zrotonFtrπnsferFinFπrginineScπrboxylπteFinterπctionsTFChemicalePhysicseLettersRF1995RFXZ[RFZcbS[VX 2.5 13
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180 niffusionFofFtheFsmπllRFveryFpolπrRFdrugFpirπcetπmFthroughFπFlipidFbilπyerdFπnFwnFsimulπtionFstudyTF
TheoreticaleChemistryeAccountsRF2017RFWY]RFW 1.9 12

179 onπblingFwitochondriπlF–ptπkeFofFvipophilicFnicπtionsF–singFwethylπtedF”riphenylphosphoniumF
woietiesTFInorganiceChemistryRF2019RF[bRFbXcYSbXcc 5.1 12

178 kFnewFscoringFfunctionFforFproteinSproteinFdockingFthπtFidentifiesFnπtiveFstructuresFwithF
unprecedentedFπccurπcyTFPhysicaleChemistryeChemicalePhysicsRF2015RFWaRFXYabSba 3.6 12

177 ”heoreticπlFstudiesFonFtheFbindingFofFrheniumNsOFcomplexesFtoFinducibleFnitricFoxideFsynthπseTF
JournaleofeMoleculareGraphicseandeModellingRF2013RFZ[RFWYSX[ 2.8 12

176 snsightsFintoFtheFstructurπlFdeterminπntsFforFselectiveFinhibitionFofFnitricFoxideFsynthπseFisoformsTF
JournaleofeMoleculareModelingRF2013RFWcRFW[YaS[W 2 12

175 RibonucleotideFreductπsedFπFmechπnisticFportrπitFofFsubstrπteFπnπloguesFinhibitorsTFCurrente
MedicinaleChemistryRF2010RFWaRFXb[ZSaX 4.3 12

174
zredictionFofFtheFrelπtionshipFbetweenFtheFstructurπlFfeπturesFofFπndrogrπpholideFderivπtivesFπndF
˛–SglucosidπseFinhibitoryFπctivitydFπFquπntitπtiveFstructureSπctivityFrelπtionshipFNQ“kROFstudyTFJournale
ofeEnzymeeInhibitioneandeMedicinaleChemistryRF2011RFX]RFabSba

5.6 12

173 Q“kRFknπlysisFofFssosteviolFnerivπtivesFπsFLIcZ[eSqlucosidπseFsnhibitorsFwithFolementFmountFπndF
ytherFnescriptorsTFLetterseineDrugeDesigneandeDiscoveryRF2011RFbRFWZSX[ 0.8 12

172 lπckboneFsmportπnceFforFzroteinSzroteinFlindingTFJournaleofeChemicaleTheoryeandeComputationRF
2007RFYRFbb[ScY 6.4 12

171 muRFZnF“uperoxideFdismutπsedFdistortedFπctiveFsiteFbindsFsubstrπteFwithoutFsignificπntFenergeticF
costTFTheoreticaleChemistryeAccountsRF2006RFWW[RFXaSYW 1.9 12

170 xewFdesignsFforFwRsFcontrπstFπgentsTFJournaleofeComputertAidedeMoleculareDesignRF2003RFWaRFZ]YSaY 4.2 12

169 RevisitingFzπrtitionFinFrydrπtedFlilπyerF“ystemsTFJournaleofeChemicaleTheoryeandeComputationRF2017RF
WYRFXXcVSXXcc 6.4 11

168 niscoveryFofFnewFdruggπbleFsitesFinFtheFπntiScholesterolFtπrgetFrwqSmokFreductπseFbyF
computπtionπlFπlπnineFscπnningFmutπgenesisTFJournaleofeMoleculareModelingRF2014RFXVRFXWab 2 11

167 onzymπticFâ��tricksâ��dFmπrboxylπteFshiftFπndFsulfurFshiftTFInternationaleJournaleofeQuantumeChemistryRF
2014RFWWZRFWX[YSWX[] 2.1 11

166
ssomerizπtionFofF˛�[SπndrosteneSYRWaSdioneFintoF˛�ZSπndrosteneSYRWaSdioneFcπtπlyzedFbyFhumπnF
glutπthioneFtrπnsferπseFkYSYdFπFcomputπtionπlFstudyFidentifiesFπFduπlFroleFforFglutπthioneTFJournale
ofePhysicaleChemistryeARF2014RFWWbRF[acVSbVV

2.8 11

165 woleculπrFmotionFregulπtesFtheFπctivityFofFtheFwitochondriπlF“erineFzroteπseFrtrkXTFCelleDeatheande
DiseaseRF2017RFbRFeYWWc 9.8 11

164 ”heoreticπlFinsightsFintoFtheFcπtπlyticFmechπnismFofF˛†ShexosπminidπseTFTheoreticaleChemistrye
AccountsRF2011RFWXcRFWWcSWXc 1.9 11

163 ”opologicπlRFhydrophobicityRFπndFotherFdescriptorsFonF˛–SglucosidπseFinhibitiondFπFQ“kRFstudyFonF
xπnthoneFderivπtivesTFJournaleofeEnzymeeInhibitioneandeMedicinaleChemistryRF2011RFX]RFa[[S]] 5.6 11

(2011-2017)

13



162 RoleFofFtheFvπriπbleFπctiveFsiteFresiduesFinFtheFfunctionFofFthioredoxinFfπmilyFoxidoreductπsesTF
JournaleofeComputationaleChemistryRF2009RFYVRFaWVSXZ 3.5 11

161 “ynthesisFπndFstructurπlFchπrπcterizπtionFofFtwoFdiπsteroisomersFofFvinylcπtechinFdimersTFJournaleofe
AgriculturaleandeFoodeChemistryRF2009RF[aRFWVYZWSb 5.7 11

160 mompπrπtiveFdensityFfunctionπlFstudyFofFmodelsFforFtheFreπctionFmechπnismFofFuroporphyrinogenF
sssFsynthπseTFJournaleofePhysicaleChemistryeBRF2008RFWWXRFYWZZSb 3.4 11

159 nensitySfunctionπlFcπlculπtionsFofFtheFmuRFZnFsuperoxideFdismutπseFredoxFpotentiπldF”heFinfluenceF
ofFπctiveFsiteFdistortionTFComputationaleandeTheoreticaleChemistryRF2005RFaXcRFWZWSWZ] 11

158 pusedFπrylSphenπzinesdFscπffoldFforFtheFdevelopmentFofFbioπctiveFmoleculesTFCurrenteDrugeTargetsRF
2014RFW[RF]bWSb 3 11

157 knπlysisFofFtheF˛–SglucosidπseFinhibitoryFπctivityFofFchromenoneFderivπtivesFbπsedFonFtheirF
moleculπrFfeπturesdFπFcomputπtionπlFstudyTFMedicinaleChemistryRF2011RFaRF[X]SYY 1.8 11

156 qlutπmineF“ynthetπseFnrugπbilityFbeyondFstsFkctiveF“itedFoxploringFyligomerizπtionFsnterfπcesFπndF
zocketsTFMoleculesRF2016RFXWRF 4.8 11

155 “tructurπlFπndFmechπnisticFπspectsFofF“S“FbondsFinFtheFthioredoxinSlikeFfπmilyFofFproteinsTFBiologicale
ChemistryRF2019RFZVVRF[a[S[ba 4.5 11

154 oxploringFtheFsdentityFofFtheFqenerπlFlπseFforFπFnxkFzolymerπseFmπtπlyzedFReπctionF–singF
QwUwwdF”heFmπseF“tudyFofFrumπnF”rπnslesionF“ynthesisFzolymerπseF˛•TFACSeCatalysisRF2019RFcRFX[ZYSX[[W13.1 10

153 monformπtionπlFdiversityFinducesFnπnosecondStimescπleFchemicπlFdisorderFinFtheFrs—SWFproteπseF
reπctionFpπthwπyTFChemicaleScienceRF2019RFWVRFaXWXSaXXW 9.4 10

152 ”heFmπtπlyticFwechπnismFofFrumπnF”rπnsketolπseTFChemPhysChemRF2019RFXVRFXbbWSXbb] 3.2 10

151
RelevπntFinterπctionsFofFπntimicrobiπlFironFchelπtorsFπndFmembrπneFmodelsFreveπledFbyFnucleπrF
mπgneticFresonπnceFπndFmoleculπrFdynπmicsFsimulπtionsTFJournaleofePhysicaleChemistryeBRF2014RF
WWbRFWZ[cVS]VW

3.4 10

150 mlπssificπtionFstudyFofFsolvπtionFfreeFenergiesFofForgπnicFmoleculesFusingFmπchineFleπrningF
techniquesTFRSCeAdvancesRF2014RFZRF]W]XZS]W]YV 3.7 10

149 woleculπrFdynπmicsFstudiesFonFbothFboundFπndFunboundFreninFproteπseTFJournaleofeBiomoleculare
StructureeandeDynamicsRF2014RFYXRFY[WS]Y 3.6 10

148 mompπrπtiveFstructurπlFπnπlysisFofF˛–SglucosidπseFinhibitorsFonFdifferenceFspeciesdFπFcomputπtionπlF
studyTFArchiveDerePharmazieRF2012RFYZ[RFX][SaZ 4.3 10

147 woleculπrFnynπmicsF“imulπtionsdFnifficultiesRF“olutionsFπndF“trπtegiesFforF”reπtingF
wetπlloenzymesTFChallengeseandeAdvanceseineComputationaleChemistryeandePhysicsRF2010RFXccSYYV 0.7 10

146 snterπctionsFinFtheFmodelFsystemF˛–Scyclodextrinâ��glycerolTFJournaleofetheeChemicaleSocietyseFaradaye
TransactionsRF1997RFcYRFXV]WSXV]a 10

145 nrugFdesigndFnewFinhibitorsFforFrs—SWFproteπseFbπsedFonFxelfinπvirFπsFleπdTFJournaleofeMoleculare
GraphicseandeModellingRF2007RFX]RF]YZSZX 2.8 10

MariatJ.tRamos
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144 “tructurπlFπndFfunctionπlFimplicπtionsFofFpositiveFselectionFπtFtheFprimπteFπngiogeninFgeneTFBMCe
EvolutionaryeBiologyRF2007RFaRFW]a 3 10

143 woleculπrFdynπmicsFπnπlysisFofFfπrnesyltrπnsferπsedFkFcloserFlookFintoFtheFπminoFπcidFbehπviorTF
InternationaleJournaleofeQuantumeChemistryRF2008RFWVbRFWcYcSWc[V 2.1 10

142 woleculπrFdynπmicsFsimulπtionsFofFtheFπmyloidSbetπFbindingFπlcoholFdehydrogenπseFNklknOF
enzymeTFBioorganiceandeMedicinaleChemistryRF2008RFW]RFc[WWSb 3.4 10

141
momputπtionπlFstudiesFonFclπssFsFribonucleotideFreductπsedFunderstπndingFtheFmechπnismsFofF
πctionFπndFinhibitionFofFπFcornerstoneFenzymeFforFtheFtreπtmentFofFcπncerTFEuropeaneBiophysicse
JournalRF2006RFY[RFWX[SY[

1.9 10

140 snhibitoryFπctivityFofFpolyhydroxycπrboxylπteFchelπtorsFπgπinstFrecombinπntFxpSkπppπlFp[VF
proteinSnxkFbindingTFBioorganiceChemistryRF2005RFYYRF]aSbW 5.1 10

139 knFπnπlyticFmethodFforFtheFcπlculπtionFofFelectrostπticFmoleculπrFpotentiπlsTFJournaleofetheeChemicale
SocietyseFaradayeTransactionseyRF1983RFacRFWYbc 10

138 snsightsFintoFtheFreπctionFmechπnismFofFYSySsulfotrπnsferπseFthroughFQwUwwFcπlculπtionsTF
PhysicaleChemistryeChemicalePhysicsRF2016RFWbRFWWZbbSc] 3.6 10

137 wechπnisticF“tudiesFofFπFplπvinFwonooxygenπsedF“ulfurFyxidπtionFofFnibenzothiophenesFbyFnszmTF
ACSeCatalysisRF2018RFbRFcXcbScYWW 13.1 10

136 ”heFmechπnismFofFtheF“erSNcisO“erSvysFcπtπlyticFtriπdFofFpeptideFπmidπsesTFPhysicaleChemistrye
ChemicalePhysicsRF2017RFWcRFWXYZYSWXY[Z 3.6 9

135 rowFtheFnestπbilizπtionFofFπFReπctionFsntermediπteFkffectsFonzymπticFofficiencydF”heFmπseFofF
rumπnF”rπnsketolπseTFACSeCatalysisRF2020RFWVRFXbaXSXbbW 13.1 9

134 zredictiveFQ“kRFmodelsFdevelopmentFπndFvπlidπtionFforFhumπnFetherSπSgoSgoFrelπtedFgeneFNhoRqOF
blockersFusingFnewerFtoolsTFJournaleofeEnzymeeInhibitioneandeMedicinaleChemistryRF2014RFXcRFYWaSXZ 5.6 9

133 ssolπtionFπndFchπrπcterizπtionFofFmicrosπtelliteFmπrkersFinFpπngolinsFNwπmmπliπRFzholidotπRFwπnisF
sppTOTFMoleculareEcologyeNotesRF2007RFaRFX]cSXaX 9

132 ynFtheFmodelingFofFsnπkeFvenomFserineFproteinπseFinterπctionsFwithFbenzπmidineSbπsedFthrombinF
inhibitorsTFProteineScienceRF2004RFWYRFXY[[S]c 6.3 9

131 zπrπmetrizπtionFofF“yntheticFkminoFkcidsTFJournaleofePhysicaleChemistryeBRF2003RFWVaRFWZ[[]SWZ[]X 3.4 9

130 —irtuπlFscreeningFofFcompoundFlibrπriesTFMethodseineMoleculareBiologyRF2009RF[aXRF[aSaV 1.4 9

129 ”heFimportπnceFofFintrπmoleculπrFhydrogenFbondsFonFtheFtrπnslocπtionFofFtheFsmπllFdrugFpirπcetπmF
throughFπFlipidFbilπyerTTFRSCeAdvancesRF2020RFWWRFbccScVb 3.7 9

128
”heFinterπctionFofFπluminumFwithFcπtecholπmineSbπsedFneurotrπnsmittersdFcπnFtheFformπtionFofF
theseFspeciesFbeFconsideredFπFpotentiπlFriskFfπctorFforFneurodegenerπtiveFdiseπsesiTFDaltone
TransactionsRF2019RFZbRF]VVYS]VWb

4.3 8

127 “tructurπlF“pecificityFofFplπvonoidsFinFtheFsnhibitionFofFrumπnFpructoseFWR]SlisphosphπtπseTFJournale
ofeNaturaleProductsRF2020RFbYRFW[ZWSW[[X 4.9 8

(2020-2007)
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126 ”uningFtheFπffinityFofFcπtecholsFπndFsπlicylicFπcidsFtowπrdsFklNiiiOdFchπrπcterizπtionFofFklSchelπtorF
interπctionsTFDaltoneTransactionsRF2018RFZaRFc[cXSc]Va 4.3 8

125
momplexitiesFofFtheFReπctionFwechπnismsFofFmmFnoubleFlondFReductionFinFwπmmπliπnFpπttyFkcidF
“ynthπseF“tudiedFwithFQuπntumFwechπnicsUwoleculπrFwechπnicsFmπlculπtionsTFACSeCatalysisRF2019RF
cRFWWZVZSWWZWX

13.1 8

124 kreFhotSspotsFoccludedFfromFwπteriTFJournaleofeBiomoleculareStructureeandeDynamicsRF2014RFYXRFWb]Sca 3.6 8

123 woleculπrFdynπmicsFπnπlysisFofFπFseriesFofFXXFpotentiπlFfπrnesyltrπnsferπseFsubstrπtesFcontπiningFπF
mππXSmotifTFJournaleofeMoleculareModelingRF2013RFWcRF]aYSbb 2 8

122 Q“kRFπndFphπrmπcophoreFπnπlysisFofFthiosemicπrbπzoneFderivπtivesFπsFribonucleotideFreductπseF
inhibitorsTFMedicinaleChemistryeResearchRF2012RFXWRFaYcSaZ] 2.2 8

121 wetπlsFinFproteinsdFclusterFπnπlysisFstudiesTFJournaleofeMoleculareModelingRF2011RFWaRFZXcSZX 2 8

120 –nderstπndingFtheFwechπnismFforFRibonucleotideFReductπseFsnπctivπtionFbyFXMSF
neoxySXMSmethylenecytidineS[MSdiphosphπteTFJournaleofeChemicaleTheoryeandeComputationRF2010RF]RFXaaVSbW6.4 8

119 wodellingFbetπSWRYSexoglucπnπseSsπcchπrideFinterπctionsdFstructureFofFtheFenzymeSsubstrπteF
complexFπndFenzymeFbindingFtoFtheFcellFwπllTFJournaleofeMoleculareGraphicseandeModellingRF2009RFXaRFcVbSXV2.8 8

118 “tructurπlFπnπlysisFofFXSpiperidinSZSylSπctπmideFderivπtivesFforFhoRqFblockingFπndFwmrFRWF
πntπgonisticFπctivitiesTFCurrenteDrugeDiscoveryeTechnologiesRF2012RFcRFX[SYb 1.5 8

117 ReπctionFmechπnismFofFtheFvitπminFuSdependentFglutπmπteFcπrboxylπsedFπFcomputπtionπlFstudyTF
JournaleofePhysicaleChemistryeBRF2007RFWWWRFWXbbYSa 3.4 8

116 kFnewFstrπtegyFtoFmodelFtheF“iNWVVOFsurfπceTFCompteseRenduseChimieRF2005RFbRFWZ]WSWZ]b 2.7 8

115 mπlculπtionFofFhyperfineFcouplingFconstπntsFofFmuonπtedFrπdicπlsTFChemicalePhysicseLettersRF1990RF
W][RF[XbS[YZ 2.5 8

114 mπtπlyticFwechπnismFofFrumπnFkldehydeFyxidπseTFACSeCatalysisRF2020RFWVRFcXa]ScXb] 13.1 8

113 kFQwUwwFπpproπchFonFtheFstructurπlFπndFstereoelectronicFfπctorsFgoverningFglycosylπtionFbyF
q”pS“sFfromF“treptococcusFmutπnsTFOrganiceandeBiomoleculareChemistryRF2018RFW]RFXZYbSXZZa 3.9 7

112 rumπnFpπttyFkcidF“ynthπsedFkFmomputπtionπlF“tudyFofFtheF”rπnsferFofFtheFkcylFwoietiesFfromFwk”F
toFtheFkmzFnomπinTFChemCatChemRF2019RFWWRFYb[YSYb]Z 5.2 7

111 liomembrπneFsimulπtionsFofFWXFlipidFtypesFusingFtheFgenerπlFπmberFforceFfieldFinFπFtensionlessF
ensembleTFJournaleofeBiomoleculareStructureeandeDynamicsRF2014RFYXRFbbSWVY 3.6 7

110 kFnp”FstudyFofFtheFπpplicπbilityFofFtheFchπrgeFbπlπnceFmodelFinFtwoSmetπlFenzymesdF”heFcπseFofF
ckwzSdependentFproteinFkinπseTFChemicalePhysicseLettersRF2013RF[aWRF]]SaV 2.5 7

109 —irtuπlFscreeningFπndFQ“kRFstudyFofFsomeFpyrrolidineFderivπtivesFπsF˛–SmπnnosidπseFinhibitorsFforF
bindingFfeπtureFπnπlysisTFBioorganiceandeMedicinaleChemistryRF2012RFXVRF]cZ[S[c 3.4 7

MariatJ.tRamos
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108 netectionFofFfπrnesyltrπnsferπseFinterfπceFhotFspotsFthroughFcomputπtionπlFπlπnineFscπnningF
mutπgenesisTFJournaleofePhysicaleChemistryeBRF2011RFWW[RFW[YYcS[Z 3.4 7

107 ”heoreticπlFstudyFofFtheFsuicideFinhibitionFmechπnismFofFtheFenzymeFpyruvπteFformπteFlyπseFbyF
methπcrylπteTFJournaleofetheeAmericaneChemicaleSocietyRF2005RFWXaRF]cVXSc 16.4 7

106 wodelingFmhemicπlFπndFliologicπlF“ystemsdFkF“uccessfulFmourseFforF–ndergrπduπteF“tudentsTF
JournaleofeChemicaleEducationRF2004RFbWRFaX 2.4 7

105 momputπtionπlFstudiesFofFnewFpotentiπlFπntimπlπriπlFcompoundsSSstereoelectronicF
complementπrityFwithFtheFreceptorTFJournaleofeComputertAidedeMoleculareDesignRF2003RFWaRF[bYSc[ 4.2 7

104 kssessingFtheFvπlidityFofFnvzxySmm“nN”OFinFtheFcπlculπtionFofFπctivπtionFπndFreπctionFenergiesFofF
ubiquitousFenzymπticFreπctionsTFJournaleofeComputationaleChemistryRF2020RFZWRFXZ[cSXZ]b 3.5 7

103 wechπnisticFsnsightsFonFrumπnFzhosphoglucomutπseFReveπledFbyF”rπnsitionFzπthF“πmplingFπndF
woleculπrFnynπmicsFmπlculπtionsTFChemistryeteAeEuropeaneJournalRF2018RFXZRFWcabSWcba 4.8 7

102 lenchmπrkFofFnensityFpunctionπlsFforFtheFmπlculπtionFofFtheFRedoxFzotentiπlFofFpeUpeFWithinF
zroteinFmoordinπtionF“hellsTFFrontierseineChemistryRF2019RFaRFYcW 5 6

101
wodulπtionFofFlπterπlFπndFlongitudinπlFinterdimericFinterπctionsFinFmicrotubuleFmodelsFbyF
vπulimπlideFπndFzelorusideFkFπssociπtiondFkFmoleculπrFmodelingFπpproπchFonFtheFmechπnismFofF
microtubuleFstπbilizingFπgentsTFChemicaleBiologyeandeDrugeDesignRF2018RFcWRFWVZXSWV[[

2.9 6

100 lindingFmodeFpredictionFπndFidentificπtionFofFnewFleπdFcompoundsFfromFnπturπlFproductsFπsFreninF
πndFπngiotensinFconvertingFenzymeFinhibitorsTFRSCeAdvancesRF2014RFZRFWc[[VSWc[]b 3.7 6

99 lindingFfreeFenergyFcπlculπtionsFonFoSselectinFcomplexesFwithFsveFoligosπcchπrideFπnπlogsTF
ChemicaleBiologyeandeDrugeDesignRF2017RFbcRFWWZSWXY 2.9 6

98 ReNsOFπndF”cNsOFcomplexesFforFtπrgetingFnitricFoxideFsynthπsedFinfluenceFofFtheFchelπtorFinFtheFπffinityF
forFtheFenzymeTFChemicaleBiologyeandeDrugeDesignRF2015RFb]RFWVaXSb] 2.9 6

97 ”heFextrπcellulπrFsubunitFinterfπceFofFtheF[Sr”YFreceptorsdFπFcomputπtionπlFπlπnineFscπnningF
mutπgenesisFstudyTFJournaleofeBiomoleculareStructureeandeDynamicsRF2012RFYVRFXbVScb 3.6 6

96 qlutπthioneFtrπnsferπseFkWSWdFcπtπlyticFroleFofFwπterTFTheoreticaleChemistryeAccountsRF2009RFWXZRFaWSbY 1.9 6

95 ”heFnπtureFofFtrypsinSpπncreπticFtrypsinFinhibitorFbindingdFfreeFenergyFcπlculπtionFofF”yrYcSShzheYcF
mutπtionFinFtrypsinTFChemicaleBiologyeandeDrugeDesignRF1997RF[VRFYbXSa 6

94 snclusionFofFconservedFburiedFwπterFmoleculesFinFtheFmodelFstructureFofFrπtFsubmπxillπryFkπllikreinTF
JournaleofeComputertAidedeMoleculareDesignRF1997RFWWRF[ZaS[] 4.2 6

93 zπrπmeterizπtionFofFkZ”â��kFwidelyFusedFnucleosideFinhibitorFofFrs—SWFreverseFtrπnscriptπseTF
InternationaleJournaleofeQuantumeChemistryRF2007RFWVaRFXcXSXcb 2.1 6

92 “tudiesFofFinclusionFcomplexesFbetweenFcyclodextrinsFπndFpolyπzπmπcrocyclicFchelπtesFofF
lπnthπnideFNsssOFionsTFJournaleofeChemicaleThermodynamicsRF2003RFY[RFWaWaSWaY[ 2.9 6

91 kdsorptionFofFprotectedFπndFunprotectedFπminoScyclopenteneFπtFtheF“iNWVVOFsurfπceFmodeledFwithF
πFhybridFquπntumFmechπnicπlFclusterFtechniqueTFPhysicaleRevieweBRF2005RFaXRF 3.3 6

(2005-2011)
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90
kFnewFpπrtitioningFschemeFforFmoleculπrFinterπctingFsystemsFwithinFπFmulticonfigurπtionπlForF
monoconfigurπtionπlFrπrtreeâ��pockFformπlismTFInternationaleJournaleofeQuantumeChemistryRF1999RF
aXRFW[aSWa]

2.1 6

89 xovelFzetSnegrπdingFonzymesdF“tructureSpunctionFfromFπFmomputπtionπlFzerspectiveTF
ChemBioChemRF2021RFXXRFXVYXSXV[V 3.8 6

88 knimπlFpπttyFkcidF“ynthπsedFkFmhemicπlFxπnofπctoryTFChemicaleReviewsRF2021RFWXWRFc[VXSc[[Y 68.1 6

87 niscoveryFofFπFmultiStπrgetFcompoundFforFestrogenFreceptorSpositiveFNoROFbreπstFcπncerdF
snvolvementFofFπromπtπseFπndFoRsTFBiochimieRF2021RFWbWRF][Sa] 4.6 6

86 mlπrifyingFtheFmπtπlyticFwechπnismFofFrumπnFqlutπmineF“ynthetπsedFkFQwUwwF“tudyTFJournaleofe
PhysicaleChemistryeBRF2017RFWXWRF]YWYS]YXV 3.4 5

85 kctivπtionFpreeFonergyRF“ubstrπteFlindingFpreeFonergyRFπndFonzymeFofficiencyFpπllFinFπF—eryFxπrrowF
RπngeFofF—πluesFforFwostFonzymesTFACSeCatalysisRF2020RFWVRFbZZZSbZ[Y 13.1 5

84 zπrπmetrizπtionFofFwolybdenumFmofπctorsFforFtheFkwloRFporceFpieldTFJournaleofeChemicaleTheorye
andeComputationRF2018RFWZRFX[YbSX[Zb 6.4 5

83
woleculπrFdynπmicFsimulπtionsFπndFstructureSbπsedFphπrmπcophoreFdevelopmentFforF
fπrnesyltrπnsferπseFinhibitorsFdiscoveryTFJournaleofeEnzymeeInhibitioneandeMedicinaleChemistryRF2016RF
YWRFWZXbSZX

5.6 5

82
“ynthesisFπndFstructurπlFchπrπcterizπtionRFbyFspectroscopicFπndFcomputπtionπlFmethodsRFofFtwoF
fluorescentFYShydroxySZSpyridinoneFchelπtorsFbeπringFsulphorhodπmineFlFπndFnπphthπleneTFRSCe
AdvancesRF2016RF]RFZXVVSZXWW

3.7 5

81 zroteinFvigπndFnockingFinFnrugFniscoveryF2014RFXZcSXb] 5

80 “tructurπlFπndFdynπmicsFπnπlysisFofFmπtrixFmetπlloproteinπsesFwwzSXFcomplexedFwithFchemicπllyF
modifiedFtetrπcyclinesFNmw”sOTFJournaleofeBiomoleculareStructureeandeDynamicsRF2014RFYXRFWcVaSWb 3.6 5

79 nivπlentFmetπlFionSbπsedFcπtπlyticFmechπnismFofFtheFxudixFhydrolπseFyrfW[YFNYmflOFfromF
oscherichiπFcoliTFActaeCrystallographicaeSectioneD:eBiologicaleCrystallographyRF2014RFaVRFWXcaSYWV 5

78 mombinedFligπndFπndFstructureFbπsedFbindingFmodeFπnπlysisFofFoxidosquπleneFcyclπseFinhibitorsTF
RSCeAdvancesRF2013RFYRFXYZVc 3.7 5
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15 xecessityFisFtheFwotherFofFsnventiondFkFRemoteFwoleculπrFlioinformπticsFzrπcticπlFmourseFinFtheF
my—snSWcForπTTFJournaleofeChemicaleEducationRF2022RFccRFXWZaSXW[Y 2.4 1

14 –nrπvelingFtheFcqk“FcπtπlyticFmechπnismFuponFnxkFπctivπtionFthroughFmoleculπrFdynπmicsF
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