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j Paper IF Citations

302 qvolutionGofGmcridinesGandGXanthenesGasGaGooreG”tructureGforGtheGpevelopmentGofGmntileishmanialG
mgentsUUGPharmaceuticalsSG2022SGX]SG 5.2 2

301 xessonsGfromGaG”ingleGmminoGmcidG”ubstitutioneGmnticancerGandGmntibacterialGPropertiesGofG–woG
PhospholipaseGmYTperivedGPeptidesUGCurrentfIssuesfinfMolecularfBiologySG2022SG[[SG[aTaY 2.9 3

300 PharmacologicalGreTassessmentGofGtraditionalGmedicinalGplantsTderivedGinhibitorsGasGantidotesG
againstGsnakebiteGenvenomingeGmGcriticalGreviewUUGJournalfoffEthnopharmacologySG2022SGXX]YWc 5 1

299 zecessityGisGtheGyotherGofGunventioneGmG“emoteGyolecularGnioinformaticsGPracticalGoourseGinGtheG
o|VupTXdGqraUUGJournalfoffChemicalfEducationSG2022SGddSGYX[bTYX]Z 2.4 1

298 –owardsGtheGmccurateG–hermodynamicGoharacterizationGofGqnzymeG“eactionGyechanismsUUG
ChemPhysChemSG2022SGeYWYYWWX]d 3.2 0

297 y|xqo—xm“Gnu|uzr|“ym–uo”UGRevistafDefCiˆ“nciafElementarSG2021SGdSG 0.3 2

296
qxploringGtheGpermeationGofGfluoroquinoloneGmetalloantibioticsGacrossGouterGmembraneGporinsGbyG
combiningGmolecularGdynamicsGsimulationsGandGaGporinTmimeticGinGvitroGmodelUUGBiochimicafEtf
BiophysicafActafufBiomembranesSG2021SGXca[SGXcZcZc

3.8 1

295 ”tructureGbasedGvirtualGscreeningGofGnaturalGproductGmoleculesGasGglycosidaseGinhibitorsUGInfSilicof
PharmacologySG2021SGdSG]a 4.3 1

294
”tructuralSGenzymaticGandGpharmacologicalGprofilesGofGmpl–XTuuGTGmGbasicGsPxmGOp[dPGisolatedGfromG
theGmgkistrodonGpiscivorusGleucostomaGsnakeGvenomUGInternationalfJournalfoffBiologicalf
MacromoleculesSG2021SGXb]SG]bYT]c]

7.9 1

293 PassiveGpiffusionGofGoiprofloxacinGandGitsGyetalloantibioticeGmGoomputationalGandGqxperimentalG
studyUGJournalfoffMolecularfBiologySG2021SG[ZZSGXaadXX 6.5 4

292 ohromenoαZS[TηxanthonesGasGrirstTinTolassGmohqGandGm˛†GmggregationGpualTunhibitorsUGInternationalf
JournalfoffMolecularfSciencesSG2021SGYYSG 6.3 3

291 mnimalGrattyGmcidG”ynthaseeGmGohemicalGzanofactoryUGChemicalfReviewsSG2021SGXYXSGd]WYTd]]Z 68.1 6

290 piscoveryGofGaGmultiTtargetGcompoundGforGestrogenGreceptorTpositiveGOq“PGbreastGcancereG
unvolvementGofGaromataseGandGq“sUGBiochimieSG2021SGXcXSGa]Tba 4.6 6

289 mlkylGarylGmodificationseGaGcomparativeGstudyGonGmodularGmodificationsGofGtriphenylphosphoniumG
mitochondrialGvectorsUUGRSCfChemicalfBiologySG2021SGYSGXa[ZTXa]W 3 2

288 —nravelingGtheGcsm”GcatalyticGmechanismGuponGpzmGactivationGthroughGmolecularGdynamicsG
simulationsUGPhysicalfChemistryfChemicalfPhysicsSG2021SGYZSGd]Y[Td]ZX 3.6 0

287 “eactionGyechanismGofGytq–aseSGaGPq–GpegradingGqnzymeUGACSfCatalysisSG2021SGXXSGXW[XaTXW[Yc 13.1 5

286 mdvancesGinGtheG–herapeuticGmpplicationGofG”mallTyoleculeGunhibitorsGandG“epurposedGprugsG
againstG”nakebiteUGJournalfoffMedicinalfChemistrySG2021SGa[SGXZdZcTXZdbd 8.3 1
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285 “eactionGyechanismGofGtheGPq–GpegradingGqnzymeGPq–aseG”tudiedGwithGpr–VyyGyolecularG
pynamicsG”imulationsUGACSfCatalysisSG2021SGXXSGXXaYaTXXaZc 13.1 4

284 –heGoatalyticGyechanismGofGtheG“etainingGslycosyltransferaseGyannosylglycerateG”ynthaseUG
ChemistryfufAfEuropeanfJournalSG2021SGYbSGXZddcTX[WWa 4.8 2

283 ”tructuralG”pecificityGofGrlavonoidsGinGtheGunhibitionGofGtumanGrructoseGXSaTnisphosphataseUGJournalf
offNaturalfProductsSG2020SGcZSGX][XTX]]Y 4.9 8

282 mctivationGrreeGqnergySG”ubstrateGnindingGrreeGqnergySGandGqnzymeGqfficiencyGrallGinGaGVeryGzarrowG
“angeGofGValuesGforGyostGqnzymesUGACSfCatalysisSG2020SGXWSGc[[[Tc[]Z 13.1 5

281 towGtheGpestabilizationGofGaG“eactionGuntermediateGmffectsGqnzymaticGqfficiencyeG–heGoaseGofG
tumanG–ransketolaseUGACSfCatalysisSG2020SGXWSGYcbYTYccX 13.1 9

280
oannabidiolGOonpPGbutGnotGtetrahydrocannabinolGO–toPGdysregulateGinGvitroGdecidualizationGofG
humanGendometrialGstromalGcellsGbyGdisruptionGofGestrogenGsignalingUGReproductivefToxicologySG2020
SGdZSGb]TcY

3.4 14

279 nindingGyodeGPredictionGandGudentificationGofGzewGxeadGoompoundsGfromGzaturalGProductsGasG
ZT|”–GqnzymeGunhibitorsUGLettersfinfDrugfDesignfandfDiscoverySG2020SGXbSGXXcaTXXda 0.8

278 oatalyticGyechanismGofGtumanGmldehydeG|xidaseUGACSfCatalysisSG2020SGXWSGdYbaTdYca 13.1 8

277 “eactionGyechanismGandGpeterminantsGforGqfficientGoatalysisGbyGpsznSGaGweyGqnzymeGforGorudeG|ilG
nioTdesulfurizationUGACSfCatalysisSG2020SGXWSGd][]Td]][ 13.1 17

276
mGoomputationalGandGyodelingG”tudyGofGtheG“eactionGyechanismGofGyonoglycosyltransferaseG
“evealsGzewGunsightsGonGtheGs–]XGramilyGofGqnzymesUGJournalfoffChemicalfInformationfandfModeling
SG2020SGaWSG]]XZT]]Yc

6.1 0

275 qvolutionGofGchromoneTlikeGcompoundsGasGpotentialGantileishmanialGagentsSGthroughGtheGYXGcenturyUG
ExpertfOpinionfonfDrugfDiscoverySG2020SGX]SGX[Y]TX[Zd 6.2 3

274 –heGbacterialG[”GpathwayGâ��GanGeconomicalGalternativeGforGcrudeGoilGdesulphurizationGthatGreducesG
o|YGemissionsUGGreenfChemistrySG2020SGYYSGbaW[TbaYX 10 2

273 mssessingGtheGvalidityGofGpxPz|Too”pO–PGinGtheGcalculationGofGactivationGandGreactionGenergiesGofG
ubiquitousGenzymaticGreactionsUGJournalfoffComputationalfChemistrySG2020SG[XSGY[]dTY[ac 3.5 7

272 qstrogenGreceptorTpositiveGOq“PGbreastGcancerGtreatmenteGmreGmultiTtargetGcompoundsGtheGnextG
promisingGapproachkUGBiochemicalfPharmacologySG2020SGXbbSGXXZdcd 6 17

271 –heGimportanceGofGintramolecularGhydrogenGbondsGonGtheGtranslocationGofGtheGsmallGdrugGpiracetamG
throughGaGlipidGbilayerUUGRSCfAdvancesSG2020SGXXSGcddTdWc 3.7 9

270 mnandamideGtargetsGaromataseeGmGbreakthroughGonGhumanGdecidualizationUGBiochimicafEtf
BiophysicafActafufMolecularfandfCellfBiologyfoffLipidsSG2019SGXca[SGX]c]XY 5 9

269 qxploringGtheGudentityGofGtheGseneralGnaseGforGaGpzmGPolymeraseGoatalyzedG“eactionG—singG
QyVyyeG–heGoaseG”tudyGofGtumanG–ranslesionG”ynthesisGPolymeraseG˛•UGACSfCatalysisSG2019SGdSGY][ZTY]]X13.1 10

268 nenchmarkGofGpensityGrunctionalsGforGtheGoalculationGofGtheG“edoxGPotentialGofGreVreGWithinG
ProteinGooordinationG”hellsUGFrontiersfinfChemistrySG2019SGbSGZdX 5 6

(2019-2021)
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267 mGcomputationalGstudyGonGtheGredoxGpropertiesGandGbindingGaffinitiesGofGironGcomplexesGofG
hydroxypyridinonesUGJournalfoffMolecularfModelingSG2019SGY]SGXbY 2 1

266 zewGinsightsGaboutGtheGmonomerGandGhomodimerGstructuresGofGtheGhumanGm|XXUGPhysicalf
ChemistryfChemicalfPhysicsSG2019SGYXSGXZ][]TXZ]][ 3.6 4

265 qnablingGyitochondrialG—ptakeGofGxipophilicGpicationsG—singGyethylatedG–riphenylphosphoniumG
yoietiesUGInorganicfChemistrySG2019SG]cSGcYdZTcYdd 5.1 12

264 oonformationalGdiversityGinducesGnanosecondTtimescaleGchemicalGdisorderGinGtheGtuVTXGproteaseG
reactionGpathwayUGChemicalfScienceSG2019SGXWSGbYXYTbYYX 9.4 10

263 qvaluationGofGaGflavonoidsGlibraryGforGinhibitionGofGpancreaticG˛–TamylaseGtowardsGaGstructureTactivityG
relationshipUGJournalfoffEnzymefInhibitionfandfMedicinalfChemistrySG2019SGZ[SG]bbT]cc 5.6 53

262 –heGdipeptidylGpeptidaseT[GinhibitoryGeffectGofGflavonoidsGisGhinderedGinGproteinGrichGenvironmentsUG
FoodfandfFunctionSG2019SGXWSG]bXcT]bZX 6.1 12

261 tumanGrattyGmcidG”ynthaseeGmGoomputationalG”tudyGofGtheG–ransferGofGtheGmcylGyoietiesGfromGym–G
toGtheGmoPGpomainUGChemCatChemSG2019SGXXSGZc]ZTZca[ 5.2 7

260
oomplexitiesGofGtheG“eactionGyechanismsGofGooGpoubleGnondG“eductionGinGyammalianGrattyGmcidG
”ynthaseG”tudiedGwithGQuantumGyechanicsVyolecularGyechanicsGoalculationsUGACSfCatalysisSG2019SG
dSGXX[W[TXX[XY

13.1 8

259 –heGoatalyticGyechanismGofGtumanG–ransketolaseUGChemPhysChemSG2019SGYWSGYccXTYcca 3.2 10

258 slutamineGsynthetaseGstructureTcatalysisGrelationshipâ��“ecentGadvancesGandGapplicationsUGWileyf
InterdisciplinaryfReviews:fComputationalfMolecularfScienceSG2019SGdSGeXZdd 7.9 2

257 ”tructuralGandGmechanisticGaspectsGofG”T”GbondsGinGtheGthioredoxinTlikeGfamilyGofGproteinsUGBiologicalf
ChemistrySG2019SG[WWSG]b]T]cb 4.5 11

256
mGnovelGsyntheticGpeptideGinspiredGonGxys[dGphospholipaseGmGfromGorotalusGoreganusGabyssusGsnakeG
venomGactiveGagainstGmultidrugTresistantGclinicalGisolatesUGEuropeanfJournalfoffMedicinalfChemistrySG
2018SGX[dSGY[cTY]a

6.8 16

255 mGQyVyyGapproachGonGtheGstructuralGandGstereoelectronicGfactorsGgoverningGglycosylationGbyG
s–rT”uGfromG”treptococcusGmutansUGOrganicfandfBiomolecularfChemistrySG2018SGXaSGY[ZcTY[[b 3.9 7

254 mGnuriedGWaterGyoleculeGunfluencesG“eactivityGinG˛–TmmylaseGonGaG”ubnanosecondG–imeG”caleUGACSf
CatalysisSG2018SGcSG[W]]T[WaZ 13.1 14

253 —nderstandingGtheGoatalyticGyachineryGandGtheG“eactionGPathwayGofGtheGyalonylTmcetylG
–ransferaseGpomainGofGtumanGrattyGmcidG”ynthaseUGACSfCatalysisSG2018SGcSG[caWT[cbY 13.1 20

252 ParametrizationGofGyolybdenumGoofactorsGforGtheGmynq“GrorceGrieldUGJournalfoffChemicalfTheoryf
andfComputationSG2018SGX[SGY]ZcTY][c 6.4 5

251 ”tudiesGonGneuraminidaseGinhibitionUGInternationalfJournalfoffQuantumfChemistrySG2018SGXXcSGeY]]dY 2.1 1

250 VisualizingGtheGyicroscopicGWorldUGInterdisciplinaryfSciencestfComputationalfLifefSciencesSG2018SGXWSGXW]TXXW3.5 2
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249 yechanisticGPathwayGonGtumanG˛–TslucosidaseGyaltaseTslucoamylaseG—nveiledGbyGQyVyyG
oalculationsUGJournalfoffPhysicalfChemistryfBSG2018SGXYYSGZccdTZcdd 3.4 18

248 ProtocolGforGoomputationalGqnzymaticG“eactivityGnasedGonGseometryG|ptimisationUGChemPhysChem
SG2018SGXdSGaadTacd 3.2 14

247 yembraneGpartitionGofGbisTOZThydroxyT[TpyridinonatoPGzincOiiPGcomplexesGrevealedGbyGmolecularG
dynamicsGsimulationsUUGRSCfAdvancesSG2018SGcSGYbWcXTYbWdW 3.7 4

246 PropertiesGthatGrankGproteineproteinGdockingGposesGwithGhighGaccuracyUGPhysicalfChemistryfChemicalf
PhysicsSG2018SGYWSGYWdYbTYWd[Y 3.6 4

245 —nderstandingGtheG“ateTximitingG”tepGofGslycogenolysisGbyG—singGQyVyyGoalculationsGonGtumanG
slycogenGPhosphorylaseUGChemMedChemSG2018SGXZSGXaWcTXaXa 3.7 4

244 unhibitionGofGproteinGtyrosineGphosphataseGXnGbyGflavonoidseGmGstructureGTGactivityGrelationshipG
studyUGFoodfandfChemicalfToxicologySG2018SGXXXSG[b[T[cX 4.7 32

243 yodelingGofGtumanGrattyGmcidG”ynthaseGandGinG”ilicoGpockingGofGmcylGoarrierGProteinGpomainGandGutsG
PartnerGoatalyticGpomainsUGJournalfoffPhysicalfChemistryfBSG2018SGXYYSGbbTc] 3.4 14

242 yechanisticGunsightsGonGtumanGPhosphoglucomutaseG“evealedGbyG–ransitionGPathG”amplingGandG
yolecularGpynamicsGoalculationsUGChemistryfufAfEuropeanfJournalSG2018SGY[SGXdbcTXdcb 4.8 7

241 QyVyyG”tudyGofGtheG“eactionGyechanismGofGtheGpehydrataseGpomainGfromGyammalianGrattyGmcidG
”ynthaseUGACSfCatalysisSG2018SGcSGXWYabTXWYbc 13.1 19

240 —nderstandingGoonformationalGpynamicsGofGoomplexGxipidGyixturesG“elevantGtoGniologyUGJournalfoff
MembranefBiologySG2018SGY]XSGaWdTaZX 2.3 26

239 yechanisticG”tudiesGofGaGrlavinGyonooxygenaseeG”ulfurG|xidationGofGpibenzothiophenesGbyGpszoUG
ACSfCatalysisSG2018SGcSGdYdcTdZXX 13.1 10

238 peterminingGtheGglycationGsiteGspecificityGofGhumanGholoTtransferrinUGJournalfoffInorganicf
BiochemistrySG2018SGXcaSGd]TXWY 4.2 3

237 –heGbindingGofGfreeGandGcopperTcomplexedGfluoroquinolonesGtoG|mprGporinseGanGexperimentalGandG
molecularGdockingGstudyUGRSCfAdvancesSG2017SGbSGXWWWdTXWWXd 3.7 11

236 “evisitingGPartitionGinGtydratedGnilayerG”ystemsUGJournalfoffChemicalfTheoryfandfComputationSG2017SG
XZSGYYdWTYYdd 6.4 11

235 olarifyingGtheGoatalyticGyechanismGofGtumanGslutamineG”ynthetaseeGmGQyVyyG”tudyUGJournalfoff
PhysicalfChemistryfBSG2017SGXYXSGaZXZTaZYW 3.4 5

234 yechanisticGinsightsGonGtheGreductionGofGglutathioneGdisulfideGbyGproteinGdisulfideGisomeraseUG
ProceedingsfoffthefNationalfAcademyfoffSciencesfoffthefUnitedfStatesfoffAmericaSG2017SGXX[SGq[bY[Tq[bZZ11.5 31

233 nenchmarkingGofGdensityGfunctionalsGforGtheGkineticsGandGthermodynamicsGofGtheGhydrolysisGofG
glycosidicGbondsGcatalyzedGbyGglycosidasesUGInternationalfJournalfoffQuantumfChemistrySG2017SGXXbSGeY][Wd2.1 23

232 –heGmechanismGofGtheG”erTOcisP”erTxysGcatalyticGtriadGofGpeptideGamidasesUGPhysicalfChemistryf
ChemicalfPhysicsSG2017SGXdSGXYZ[ZTXYZ][ 3.6 9

(2017-2018)
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231 piffusionGofGtheGsmallSGveryGpolarSGdrugGpiracetamGthroughGaGlipidGbilayereGanGypGsimulationGstudyUG
TheoreticalfChemistryfAccountsSG2017SGXZaSGX 1.9 12

230 —niqueG–riphenylphosphoniumGperivativesGforGqnhancedGyitochondrialG—ptakeGandGPhotodynamicG
–herapyUGBioconjugatefChemistrySG2017SGYcSG]dWT]dd 6.3 36

229
zewGParametersGforGtigherGmccuracyGinGtheGoomputationGofGnindingGrreeGqnergyGpifferencesGuponG
mlanineG”canningGyutagenesisGonGProteinTProteinGunterfacesUGJournalfoffChemicalfInformationfandf
ModelingSG2017SG]bSGaWTbY

6.1 29

228 umprovingGtheGoatalyticGPowerGofGtheGpszpGqnzymeGforGtheGniodesulfurizationGofGorudeG|ilGandG
perivativesUGChemistryfufAfEuropeanfJournalSG2017SGYZSGXbYZXTXbY[X 4.8 15

227 ˛–TslucosidaseGinhibitionGbyGflavonoidseGanGinGvitroGandGinGsilicoGstructureTactivityGrelationshipGstudyUG
JournalfoffEnzymefInhibitionfandfMedicinalfChemistrySG2017SGZYSGXYXaTXYYc 5.6 153

226 unfluenceGofGrrozenG“esiduesGonGtheGqxplorationGofGtheGPq”GofGqnzymeG“eactionGyechanismsUG
JournalfoffChemicalfTheoryfandfComputationSG2017SGXZSG][caT][d] 6.4 20

225 mminoGacidGdeprivationGusingGenzymesGasGaGtargetedGtherapyGforGcancerGandGviralGinfectionsUGExpertf
OpinionfonfTherapeuticfPatentsSG2017SGYbSGYcZTYdb 6.8 44

224 nindingGfreeGenergyGcalculationsGonGqTselectinGcomplexesGwithGsxeGoligosaccharideGanalogsUG
ChemicalfBiologyfandfDrugfDesignSG2017SGcdSGXX[TXYZ 2.9 6

223 mpplicationGofGquantumGmechanicsVmolecularGmechanicsGmethodsGinGtheGstudyGofGenzymaticG
reactionGmechanismsUGWileyfInterdisciplinaryfReviews:fComputationalfMolecularfScienceSG2017SGbSGeXYcX 7.9 104

222 yolecularGmotionGregulatesGtheGactivityGofGtheGyitochondrialG”erineGProteaseGttrmYUGCellfDeathfandf
DiseaseSG2017SGcSGeZXXd 9.8 11

221 oancerGtherapiesGbasedGonGenzymaticGaminoGacidGdepletionG2017SGaYZTa]X 2

220 tysToomG“eductaseGinhibitorseGanGupdatedGreviewGofGpatentsGofGnovelGcompoundsGandG
formulationsGOYWXXTYWX]PUGExpertfOpinionfonfTherapeuticfPatentsSG2016SGYaSGXY]bTXYbY 6.8 16

219 “eactionGyechanismGofGyycobacteriumG–uberculosisGslutamineG”ynthetaseG—singGQuantumG
yechanicsVyolecularGyechanicsGoalculationsUGChemistryfufAfEuropeanfJournalSG2016SGYYSGdYXcTY] 4.8 17

218 —nveilingGtheGoatalyticGyechanismGofGzmpPRTpependentGusocitrateGpehydrogenaseGwithGQyVyyG
oalculationsUGACSfCatalysisSG2016SGaSGZ]bTZac 13.1 18

217
yolecularGdynamicGsimulationsGandGstructureTbasedGpharmacophoreGdevelopmentGforG
farnesyltransferaseGinhibitorsGdiscoveryUGJournalfoffEnzymefInhibitionfandfMedicinalfChemistrySG2016SG
ZXSGX[YcT[Y

5.6 5

216
”tructureGofGaGtruncatedGformGofGleucineGzipperGuuGofGvuPZGrevealsGanGunexpectedGantiparallelG
coiledTcoilGarrangementUGActafCrystallographicafSectionfFtfStructuralfBiologyfCommunicationsSG2016SG
bYSGXdcTYWa

1.1 2

215
”ynthesisGandGstructuralGcharacterizationSGbyGspectroscopicGandGcomputationalGmethodsSGofGtwoG
fluorescentGZThydroxyT[TpyridinoneGchelatorsGbearingGsulphorhodamineGnGandGnaphthaleneUGRSCf
AdvancesSG2016SGaSG[YWWT[YXX

3.7 5

214 mGQyVyyGstudyGofGtheGreactionGmechanismGofGhumanG˛†TketoacylGreductaseUGPhysicalfChemistryf
ChemicalfPhysicsSG2016SGXdSGZ[bTZ]] 3.6 14
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213 slutamineG”ynthetaseGprugabilityGbeyondGutsGmctiveG”iteeGqxploringG|ligomerizationGunterfacesGandG
PocketsUGMoleculesSG2016SGYXSG 4.8 11

212 QyVyyGstudyGofGtheGmechanismGofGreductionGofGZThydroxyTZTmethylglutarylGcoenzymeGmGcatalyzedG
byGhumanGtysToomGreductaseUGCatalysisfSciencefandfTechnologySG2016SGaSGbXbYTbXc] 5.5 14

211
umprovingGtheGniodesulfurizationGofGorudeG|ilGandGperivativeseGmGQyVyyGunvestigationGofGtheG
oatalyticGyechanismGofGzmptTryzG|xidoreductaseGOpszpPUGJournalfoffPhysicalfChemistryfASG2016SG
XYWSG]ZWWTa

2.8 22

210 nindingGmodeGofGconformationsGandGstructureTbasedGpharmacophoreGdevelopmentGforG
farnesyltransferaseGinhibitorsUGMedicinalfChemistryfResearchSG2016SGY]SGXZ[WTXZ]b 2.2

209 unsightsGintoGtheGreactionGmechanismGofGZT|TsulfotransferaseGthroughGQyVyyGcalculationsUG
PhysicalfChemistryfChemicalfPhysicsSG2016SGXcSGXX[ccTda 3.6 10

208 oholesterolGniosynthesiseGmGyechanisticG|verviewUGBiochemistrySG2016SG]]SG][cZT]]Wa 3.2 116

207 oalculationGofGdistributionGcoefficientsGinGtheG”myPx]GchallengeGfromGatomicGsolvationGparametersG
andGsurfaceGareasUGJournalfoffComputeruAidedfMolecularfDesignSG2016SGZWSGXWbdTXWca 4.2 3

206 –heGoatalyticGyechanismGofGtheGyarineTperivedGyacrocyclaseGPatsmacUGChemistryfufAfEuropeanf
JournalSG2016SGYYSGXZWcdTdb 4.8 15

205 qstablishingGtheGcatalyticGmechanismGofGhumanGpancreaticG˛–TamylaseGwithGQyVyyGmethodsUG
JournalfoffChemicalfTheoryfandfComputationSG2015SGXXSGY]WcTXa 6.4 27

204 zewGinsightsGinGtheGcatalyticGmechanismGofGtyrosineGammoniaTlyaseGgivenGbyGQyVyyGandGQyG
clusterGmodelsUGArchivesfoffBiochemistryfandfBiophysicsSG2015SG]cYSGXWbTX] 4.1 19

203 yolecularGpynamicsGmnalysisGofGrmmtGoomplexedGwithGmnandamideUGProgressfinfTheoreticalf
ChemistryfandfPhysicsSG2015SGXX]TXZX 0.6

202 “eceptorTbasedGvirtualGscreeningGprotocolGforGdrugGdiscoveryUGArchivesfoffBiochemistryfandf
BiophysicsSG2015SG]cYSG]aTab 4.1 74

201 ”ynthesisGandGtydrolyticG”tudiesGonGtheGmirT”tableGαO[TozTPh|POqPPO˛…TzOtPnuPηYGOqGhG|SG”SGandG”ePG
oyclodiphosphazanesUGInorganicfChemistrySG2015SG][SGa[YZTZY 5.1 20

200 PeriplasmicGnitrateGreductaseGandGformateGdehydrogenaseeGsimilarGmolecularGarchitecturesGwithG
veryGdifferentGenzymaticGactivitiesUGAccountsfoffChemicalfResearchSG2015SG[cSGYcb]Tc[ 24.3 23

199 qnzymaticGrlexibilityGandG“eactionG“ateeGmGQyVyyG”tudyGofGtuVTXGProteaseUGACSfCatalysisSG2015SG]SG]aXbT]aYa13.1 53

198 “elationshipGbetweenGqnzymeV”ubstrateGPropertiesGandGqnzymeGqfficiencyGinGtydrolasesUGACSf
CatalysisSG2015SG]SG]cbbT]ccb 13.1 20

197 xigandGbasedGanalysisGonGtysToomGreductaseGinhibitorsUGChemometricsfandfIntelligentfLaboratoryf
SystemsSG2015SGX[WSGXWYTXXa 3.8 15

196 mGnewGscoringGfunctionGforGproteinTproteinGdockingGthatGidentifiesGnativeGstructuresGwithG
unprecedentedGaccuracyUGPhysicalfChemistryfChemicalfPhysicsSG2015SGXbSGYZbcTcb 3.6 12

(2015-2016)

7



195 “eOuPGandG–cOuPGcomplexesGforGtargetingGnitricGoxideGsynthaseeGinfluenceGofGtheGchelatorGinGtheGaffinityG
forGtheGenzymeUGChemicalfBiologyfandfDrugfDesignSG2015SGcaSGXWbYTca 2.9 6

194 unsightGintoGqnzymaticGzitrileG“eductioneGQyVyyG”tudyGofGtheGoatalyticGyechanismGofGQuerGzitrileG
“eductaseUGACSfCatalysisSG2015SG]SGZb[WTZb]X 13.1 28

193 unsightsGintoGtheGstructuralGdeterminantsGofGsubstrateGspecificityGandGactivityGinGmouseGaldehydeG
oxidasesUGJournalfoffBiologicalfInorganicfChemistrySG2015SGYWSGYWdTXb 3.7 17

192 PxPGundergoesGconformationalGchangesGduringGtheGcourseGofGanGenzymaticGreactionUGActaf
CrystallographicafSectionfD:fBiologicalfCrystallographySG2014SGbWSG]daTaWa 20

191 piscoveryGofGnewGdruggableGsitesGinGtheGantiTcholesterolGtargetGtysToomGreductaseGbyG
computationalGalanineGscanningGmutagenesisUGJournalfoffMolecularfModelingSG2014SGYWSGYXbc 2 11

190 otqyTPm–tT–“mowq“eGmnGautomatedGtoolGtoGanalyzeGchemicalGmotifsGinGmolecularGstructuresUG
ChemicalfBiologyfandfDrugfDesignSG2014SGc[SG[[T]Z 2.9 1

189 oatalyticGyechanismGofG“etroviralGuntegraseGforGtheG”trandG–ransferG“eactionGqxploredGbyGQyVyyG
oalculationsUGJournalfoffChemicalfTheoryfandfComputationSG2014SGXWSG][]cTaa 6.4 4

188 qnzymaticGâ��tricksâ��eGoarboxylateGshiftGandGsulfurGshiftUGInternationalfJournalfoffQuantumfChemistrySG
2014SGXX[SGXY]ZTXY]a 2.1 11

187 piscoveryGofGnewGsitesGforGdrugGbindingGtoGtheGhypertensionTrelatedGreninTangiotensinogenG
complexUGChemicalfBiologyfandfDrugfDesignSG2014SGcZSG[YbTZd 2.9 2

186 ProteinGxigandGpockingGinGprugGpiscoveryG2014SGY[dTYca 5

185 “eactionGyechanismGofGtumanG“eninG”tudiedGbyGQuantumGyechanicsVyolecularGyechanicsG
OQyVyyPGoalculationsUGACSfCatalysisSG2014SG[SGZcadTZcba 13.1 28

184 mreGhotTspotsGoccludedGfromGwaterkUGJournalfoffBiomolecularfStructurefandfDynamicsSG2014SGZYSGXcaTdb 3.6 8

183
niomolecularGstructureGmanipulationGusingGtailoredGelectromagneticGradiationeGaGproofGofGconceptG
onGaGsimplifiedGmodelGofGtheGactiveGsiteGofGbacterialGpzmGtopoisomeraseUGPhysicalfChemistryf
ChemicalfPhysicsSG2014SGXaSGYXbacTbb

3.6 3

182 nindingGmodeGpredictionGandGidentificationGofGnewGleadGcompoundsGfromGnaturalGproductsGasGreninG
andGangiotensinGconvertingGenzymeGinhibitorsUGRSCfAdvancesSG2014SG[SGXd]]WTXd]ac 3.7 6

181 PredictionGofG”olvationGrreeGqnergiesGwithG–hermodynamicGuntegrationG—singGtheGseneralGmmberG
rorceGrieldUGJournalfoffChemicalfTheoryfandfComputationSG2014SGXWSGZ]bWTb 6.4 25

180 –heGcatalyticGmechanismGofGcarboxylesteraseseGaGcomputationalGstudyUGBiochemistrySG2014SG]ZSG]cYWTd 3.2 37

179
usomerizationGofG˛�]TandrosteneTZSXbTdioneGintoG˛�[TandrosteneTZSXbTdioneGcatalyzedGbyGhumanG
glutathioneGtransferaseGmZTZeGaGcomputationalGstudyGidentifiesGaGdualGroleGforGglutathioneUGJournalf
offPhysicalfChemistryfASG2014SGXXcSG]bdWTcWW

2.8 11

178 nenchmarkingGofGpensityGrunctionalsGforGtheGmccurateGpescriptionGofG–hiolTpisulfideGqxchangeUG
JournalfoffChemicalfTheoryfandfComputationSG2014SGXWSG[c[YT]a 6.4 26

Pedro Alexandrino Fernandes
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177 mnalysesGofGcobaltTligandGandGpotassiumTligandGbondGlengthsGinGmetalloproteinseGtrendsGandG
patternsUGJournalfoffMolecularfModelingSG2014SGYWSGYYbX 2 2

176 slycosidaseGinhibitorseGaGpatentGreviewGOYWWcTYWXZPUGExpertfOpinionfonfTherapeuticfPatentsSG2014SG
Y[SGc]bTb[ 6.8 47

175 –heGglycationGsiteGspecificityGofGhumanGserumGtransferrinGisGaGdeterminantGforGtransferrinNsG
functionalGimpairmentGunderGelevatedGglycaemicGconditionsUGBiochemicalfJournalSG2014SG[aXSGZZT[Y 3.8 16

174 QyVyyG”tudyGandGypG”imulationsGonGtheGtypertensionG“egulatorGmngiotensinToonvertingG
qnzymeUGACSfCatalysisSG2014SG[SGY]cbTY]db 13.1 20

173 pivalentGmetalGionTbasedGcatalyticGmechanismGofGtheGzudixGhydrolaseG|rfX]ZGOYmfnPGfromG
qscherichiaGcoliUGActafCrystallographicafSectionfD:fBiologicalfCrystallographySG2014SGbWSGXYdbTZXW 5

172 niomembraneGsimulationsGofGXYGlipidGtypesGusingGtheGgeneralGamberGforceGfieldGinGaGtensionlessG
ensembleUGJournalfoffBiomolecularfStructurefandfDynamicsSG2014SGZYSGccTXWZ 3.6 7

171 PredictiveGQ”m“GmodelsGdevelopmentGandGvalidationGforGhumanGetherTaTgoTgoGrelatedGgeneGOhq“sPG
blockersGusingGnewerGtoolsUGJournalfoffEnzymefInhibitionfandfMedicinalfChemistrySG2014SGYdSGZXbTY[ 5.6 9

170
“elevantGinteractionsGofGantimicrobialGironGchelatorsGandGmembraneGmodelsGrevealedGbyGnuclearG
magneticGresonanceGandGmolecularGdynamicsGsimulationsUGJournalfoffPhysicalfChemistryfBSG2014SG
XXcSGX[]dWTaWX

3.4 10

169 unfluenceGofGtheGenvironmentGonGproteinGbondGenergiesUGChemicalfPhysicsfLettersSG2014SGaX]SGb]TcY 2.5

168 olassificationGstudyGofGsolvationGfreeGenergiesGofGorganicGmoleculesGusingGmachineGlearningG
techniquesUGRSCfAdvancesSG2014SG[SGaXaY[TaXaZW 3.7 10

167 yolecularGdynamicsGstudiesGonGbothGboundGandGunboundGreninGproteaseUGJournalfoffBiomolecularf
StructurefandfDynamicsSG2014SGZYSGZ]XTaZ 3.6 10

166 rusedGarylTphenazineseGscaffoldGforGtheGdevelopmentGofGbioactiveGmoleculesUGCurrentfDrugfTargetsSG
2014SGX]SGacXTc 3 11

165 oompm”yeGanGmmberTVypGalanineGscanningGmutagenesisGplugTinUGHighlightsfinfTheoreticalf
ChemistrySG2014SGcXTcb 1

164 oomputationalGmlanineG”canningGyutagenesiseGyyTPn”mGvsG–uUGJournalfoffChemicalfTheoryfandf
ComputationSG2013SGdSGXZXXTd 6.4 54

163
oomparativeGanalysisGofGtheGperformanceGofGcommonlyGavailableGdensityGfunctionalsGinGtheG
determinationGofGgeometricalGparametersGforGcopperGcomplexesUGJournalfoffComputationalf
ChemistrySG2013SGZ[SGYWbdTdW

3.5 27

162 –heoreticalGstudiesGonGtheGbindingGofGrheniumOuPGcomplexesGtoGinducibleGnitricGoxideGsynthaseUG
JournalfoffMolecularfGraphicsfandfModellingSG2013SG[]SGXZTY] 2.8 12

161 mGpr–GstudyGofGtheGapplicabilityGofGtheGchargeGbalanceGmodelGinGtwoTmetalGenzymeseG–heGcaseGofG
cmyPTdependentGproteinGkinaseUGChemicalfPhysicsfLettersSG2013SG]bXSGaaTbW 2.5 7

160 oombinedGligandGandGstructureGbasedGbindingGmodeGanalysisGofGoxidosqualeneGcyclaseGinhibitorsUG
RSCfAdvancesSG2013SGZSGYZ[Wd 3.7 5

(2013-2014)
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159 yolecularGdynamicsGanalysisGofGaGseriesGofGYYGpotentialGfarnesyltransferaseGsubstratesGcontainingGaG
oaaXTmotifUGJournalfoffMolecularfModelingSG2013SGXdSGabZTcc 2 8

158 —nravelingGtheGenigmaticGmechanismGofGxTasparaginaseGuuGwithGQyVQyGcalculationsUGJournalfoffthef
AmericanfChemicalfSocietySG2013SGXZ]SGbX[aT]c 16.4 45

157 unsightsGintoGtheGstructuralGdeterminantsGforGselectiveGinhibitionGofGnitricGoxideGsynthaseGisoformsUG
JournalfoffMolecularfModelingSG2013SGXdSGX]ZbT]X 2 12

156 ParametersGforGyolecularGpynamicsG”imulationsGofGyanganeseToontainingGyetalloproteinsUGJournalf
offChemicalfTheoryfandfComputationSG2013SGdSGYbXcTZY 6.4 30

155 —nderstandingGtheGimportanceGofGtheGaromaticGaminoTacidGresiduesGasGhotTspotsUGBiochimicafEtf
BiophysicafActafufProteinsfandfProteomicsSG2013SGXcZ[SG[W[TX[ 4 27

154 yechanismGofGglutathioneGtransferaseGPXTXTcatalyzedGactivationGofGtheGprodrugGcanfosfamideG
O–xwYcaSG–qxoY–mPUGBiochemistrySG2013SG]YSGcWadTbc 3.2 23

153 –heGsulfurGshifteGanGactivationGmechanismGforGperiplasmicGnitrateGreductaseGandGformateG
dehydrogenaseUGInorganicfChemistrySG2013SG]YSGXWbaaTbY 5.1 42

152 VolareaGTGaGbioinformaticsGtoolGtoGcalculateGtheGsurfaceGareaGandGtheGvolumeGofGmolecularGsystemsUG
ChemicalfBiologyfandfDrugfDesignSG2013SGcYSGb[ZT]] 2.9 24

151 –heGcatalyticGmechanismGofGproteinGphosphataseG]GestablishedGbyGpr–GcalculationsUGChemistryfufAf
EuropeanfJournalSG2013SGXdSGX[WcXTd 4.8 42

150 Q”m“GandGpharmacophoreGanalysisGofGaGseriesGofGpiperidinylGureaGderivativesGasGtq“sGblockersGandG
tZGantagonistsUGCurrentfDrugfDiscoveryfTechnologiesSG2013SGXWSG[bT]c 1.5 3

149 tumanGetherTaTgoTgoTrelatedGgeneGchannelGblockersGandGitsGstructuralGanalysisGforGdrugGdesignUG
CurrentfDrugfTargetsSG2013SGX[SGXWYTXZ 3 18

148 ProteinTligandGdockingGinGtheGnewGmillenniumTTaGretrospectiveGofGXWGyearsGinGtheGfieldUGCurrentf
MedicinalfChemistrySG2013SGYWSGYYdaTZX[ 4.3 160

147 rarnesyltransferaseGinhibitorseGaGcomprehensiveGreviewGbasedGonGquantitativeGstructuralGanalysisUG
CurrentfMedicinalfChemistrySG2013SGYWSG[cccTdYZ 4.3 33

146 pevelopmentGofGribonucleotideGreductaseGinhibitorseGaGreviewGonGstructureGactivityGrelationshipsUG
MiniuReviewsfinfMedicinalfChemistrySG2013SGXZSGXcaYTbY 3.2 22

145 mrylTGandGheteroarylTthiosemicarbazoneGderivativesGandGtheirGmetalGcomplexeseGaGpharmacologicalG
templateUGRecentfPatentsfonfAntiuCancerfDrugfDiscoverySG2013SGcSGXacTcY 2.6 41

144 umprovingGtheGstudyGofGprotonGtransfersGbetweenGaminoGacidGsideGchainsGinGsolutioneGchoosingG
appropriateGpr–GfunctionalsGandGavoidingGhiddenGpitfallsUGHighlightsfinfTheoreticalfChemistrySG2013SGXddTYW]

143 Q”m“GanalysisGofGYTbenzoxazolylGhydrazoneGderivativesGforGanticancerGactivityGandGitsGpossibleG
targetGpredictionUGMedicinalfChemistryfResearchSG2012SGYXSGXZZTX[[ 2.2 25

142 VirtualGscreeningGandGQ”m“GstudyGofGsomeGpyrrolidineGderivativesGasG˛–TmannosidaseGinhibitorsGforG
bindingGfeatureGanalysisUGBioorganicfandfMedicinalfChemistrySG2012SGYWSGad[]T]d 3.4 7

Pedro Alexandrino Fernandes
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141 oomputationalGenzymaticGcatalysisTTclarifyingGenzymaticGmechanismsGwithGtheGhelpGofGcomputersUG
PhysicalfChemistryfChemicalfPhysicsSG2012SGX[SGXY[ZXT[X 3.6 44

140 –heGcatalyticGmechanismGofGmouseGreninGstudiedGwithGQyVyyGcalculationsUGPhysicalfChemistryf
ChemicalfPhysicsSG2012SGX[SGXYaW]TXZ 3.6 20

139 –heGextracellularGsubunitGinterfaceGofGtheG]Tt–ZGreceptorseGaGcomputationalGalanineGscanningG
mutagenesisGstudyUGJournalfoffBiomolecularfStructurefandfDynamicsSG2012SGZWSGYcWTdc 3.6 6

138 yultidimensionalGepistasisGandGfitnessGlandscapesGinGenzymeGevolutionUGBiochemicalfJournalSG2012SG
[[]SGZdT[a 3.8 25

137 –heGcatalyticGmechanismGofGtuVTXGintegraseGforGpzmGZNTendGprocessingGestablishedGbyGQyVyyG
calculationsUGJournalfoffthefAmericanfChemicalfSocietySG2012SGXZ[SGXZ[ZaT[b 16.4 47

136 ”tructuralGanalysisGofGstructurallyGdiverseG˛–TglucosidaseGinhibitorsGforGactiveGsiteGfeatureGanalysisUG
JournalfoffEnzymefInhibitionfandfMedicinalfChemistrySG2012SGYbSGa[dT]b 5.6 5

135 oompm”yeGanGmmberTVypGalanineGscanningGmutagenesisGplugTinUGTheoreticalfChemistryfAccountsSG
2012SGXZXSGX 1.9 13

134
mnalysisGofGvanGderGWaalsGsurfaceGareaGpropertiesGforGhumanGetherTaTgoTgoTrelatedGgeneGblockingG
activityeGcomputationalGstudyGonGstructurallyGdiverseGcompoundsUGSARfandfQSARfinfEnvironmentalf
ResearchSG2012SGYZSG]YXTZa

3.5 20

133 oomparativeGstructuralGanalysisGofG˛–TglucosidaseGinhibitorsGonGdifferenceGspecieseGaGcomputationalG
studyUGArchivfDerfPharmazieSG2012SGZ[]SGYa]Tb[ 4.3 10

132 Q”m“GandGpharmacophoreGanalysisGofGthiosemicarbazoneGderivativesGasGribonucleotideGreductaseG
inhibitorsUGMedicinalfChemistryfResearchSG2012SGYXSGbZdTb[a 2.2 8

131 umprovingGtheGstudyGofGprotonGtransfersGbetweenGaminoGacidGsideGchainsGinGsolutioneGchoosingG
appropriateGpr–GfunctionalsGandGavoidingGhiddenGpitfallsUGTheoreticalfChemistryfAccountsSG2012SGXZXSGX 1.9 5

130 semcitabineeGaGcriticalGnucleosideGforGcancerGtherapyUGCurrentfMedicinalfChemistrySG2012SGXdSGXWbaTcb 4.3 61

129 unGsilicoGbasedGstructuralGanalysisGofGsomeGpiperidineGanalogsGasGfarnesyltransferaseGinhibitorsUG
MedicinalfChemistrySG2012SGcSGc]ZTa[ 1.8 1

128 ”tructuralGanalysisGofGYTpiperidinT[TylTactamideGderivativesGforGhq“sGblockingGandGyotG“XG
antagonisticGactivitiesUGCurrentfDrugfDiscoveryfTechnologiesSG2012SGdSGY]TZc 1.5 8

127 ”tudiesGonG˛–TglucosidaseGinhibitorsGdevelopmenteGmagicGmoleculesGforGtheGtreatmentGofG
carbohydrateGmediatedGdiseasesUGMiniuReviewsfinfMedicinalfChemistrySG2012SGXYSGbXZTYW 3.2 49

126 mccuracyGofGpensityGrunctionalsGinGtheGPredictionGofGqlectronicGProtonGmffinitiesGofGmminoGmcidG”ideG
ohainsUGJournalfoffChemicalfTheoryfandfComputationSG2011SGbSGZcdcTdWc 6.4 35

125 ohemicalGbehaviorGofGmethylpyranomalvidinTZT|TglucosideGinGaqueousGsolutionGstudiedGbyGzy“GandG
—VTvisibleGspectroscopyUGJournalfoffPhysicalfChemistryfBSG2011SGXX]SGX]ZcT[] 3.4 23

124 –heGoatalyticGyechanismGofG“zmGPolymeraseGuuUGJournalfoffChemicalfTheoryfandfComputationSG2011SG
bSGXXbbTcc 6.4 37

(2011-2012)
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123 petailedGatomisticGanalysisGofGtheGtuVTXGproteaseGinterfaceUGJournalfoffPhysicalfChemistryfBSG2011SG
XX]SGbW[]T]b 3.4 15

122 ”tructuralGanalysisGofG˛–TglucosidaseGinhibitorsGbyGvalidatedGQ”m“GmodelsGusingGtopologicalGandG
hydrophobicityGbasedGdescriptorsUGChemometricsfandfIntelligentfLaboratoryfSystemsSG2011SGXWdSGXWXTXXY 3.8 25

121 unGsilicoTbasedGstructuralGanalysisGofGarylthiopheneGderivativesGforGr–aseGinhibitoryGactivitySGhq“sSG
andGotherGtoxicGeffectsUGJournalfoffBiomolecularfScreeningSG2011SGXaSGXWZbT[a 14

120 –heoreticalGinsightsGintoGtheGcatalyticGmechanismGofG˛†ThexosaminidaseUGTheoreticalfChemistryf
AccountsSG2011SGXYdSGXXdTXYd 1.9 11

119 oonformationalGstudyGofGtwoGdiasteroisomersGofGvinylcatechinGdimersGinGaGmethanolGsolutionUG
InternationalfJournalfoffQuantumfChemistrySG2011SGXXXSGX[dcTX]XW 2.1 3

118 vsxabâ��mnGimplementationGforGvirtualGhighTthroughputGscreeningGusingGmutopockGandGVypUG
InternationalfJournalfoffQuantumfChemistrySG2011SGXXXSGXYWcTXYXY 2.1 25

117
PredictionGofGtheGrelationshipGbetweenGtheGstructuralGfeaturesGofGandrographolideGderivativesGandG
˛–TglucosidaseGinhibitoryGactivityeGaGquantitativeGstructureTactivityGrelationshipGOQ”m“PGstudyUGJournalf
offEnzymefInhibitionfandfMedicinalfChemistrySG2011SGYaSGbcTcb

5.6 12

116 hq“sGbindingGfeatureGanalysisGofGstructurallyGdiverseGcompoundsGbyGQ”m“GandGfragmentalGanalysisUG
RSCfAdvancesSG2011SGXSGXXYa 3.7 18

115 petectionGofGfarnesyltransferaseGinterfaceGhotGspotsGthroughGcomputationalGalanineGscanningG
mutagenesisUGJournalfoffPhysicalfChemistryfBSG2011SGXX]SGX]ZZdT][ 3.4 7

114 –opologicalSGhydrophobicitySGandGotherGdescriptorsGonG˛–TglucosidaseGinhibitioneGaGQ”m“GstudyGonG
xanthoneGderivativesUGJournalfoffEnzymefInhibitionfandfMedicinalfChemistrySG2011SGYaSGb]]Taa 5.6 11

113 QyVyyGstudyGofGtheGcatalyticGmechanismGofGsalzmcGremovalGfromGsyYGgangliosideGcatalyzedGbyG
humanG˛†ThexosaminidasemUGJournalfoffPhysicalfChemistryfBSG2011SGXX]SGX[b]XTd 3.4 14

112 –heGmccuracyGofGpensityGrunctionalG–heoryGinGtheGpescriptionGofGoationTˇ�GandGˇ�TtydrogenGnondG
unteractionsUGJournalfoffChemicalfTheoryfandfComputationSG2011SGbSGYW]dTab 6.4 35

111 oomputationalGyechanisticG”tudiesGmddressedGtoGtheG–ransiminationG“eactionGPresentGinGmllG
PyridoxalG]NTPhosphateT“equiringGqnzymesUGJournalfoffChemicalfTheoryfandfComputationSG2011SGbSGXZ]aTac6.4 39

110 yechanismGofGformationGofGtheGinternalGaldimineGinGpyridoxalG]NTphosphateTdependentGenzymesUG
JournalfoffthefAmericanfChemicalfSocietySG2011SGXZZSGX][daT]W] 16.4 71

109 Q”m“GmnalysisGofGusosteviolGperivativesGasGMJd[]fTslucosidaseGunhibitorsGwithGqlementGoountGandG
|therGpescriptorsUGLettersfinfDrugfDesignfandfDiscoverySG2011SGcSGX[TY] 0.8 12

108 ”tructuralGfeatureGstudyGofGbenzofuranGderivativesGasGfarnesyltransferaseGinhibitorsUGJournalfoff
EnzymefInhibitionfandfMedicinalfChemistrySG2011SGYaSGbbbTdX 5.6 15

107 mnalysisGofGtheG˛–TglucosidaseGinhibitoryGactivityGofGchromenoneGderivativesGbasedGonGtheirG
molecularGfeatureseGaGcomputationalGstudyUGMedicinalfChemistrySG2011SGbSG]YaTZZ 1.8 11

106 “ibonucleotideGreductaseeGaGmechanisticGportraitGofGsubstrateGanaloguesGinhibitorsUGCurrentf
MedicinalfChemistrySG2010SGXbSGYc][TbY 4.3 12

Pedro Alexandrino Fernandes
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105 unhibitionGofGpancreaticGelastaseGbyGpolyphenolicGcompoundsUGJournalfoffAgriculturalfandfFoodf
ChemistrySG2010SG]cSGXWaacTba 5.7 39

104 slutathioneGtransferaseGclassesGalphaSGpiSGandGmueGs”tGactivationGmechanismUGJournalfoffPhysicalf
ChemistryfBSG2010SGXX[SGXYdbYTcW 3.4 14

103 ”ubstrateGrecognitionGinGtuVTXGproteaseeGaGcomputationalGstudyUGJournalfoffPhysicalfChemistryfBSG
2010SGXX[SGY]Y]TZY 3.4 19

102 nenchmarkingGofGpr–GrunctionalsGforGtheGtydrolysisGofGPhosphodiesterGnondsUGJournalfoffChemicalf
TheoryfandfComputationSG2010SGaSGYYcXTdY 6.4 62

101 slutathioneGtransferaseGmXTXeGcatalyticGimportanceGofGarginineGX]UGJournalfoffPhysicalfChemistryfBSG
2010SGXX[SGXadWTb 3.4 16

100 —nderstandingGtheGbindingGofGprocyanidinsGtoGpancreaticGelastaseGbyGexperimentalGandG
computationalGmethodsUGBiochemistrySG2010SG[dSG]WdbTXWc 3.2 33

99 yolecularGpynamicsG”imulationseGpifficultiesSG”olutionsGandG”trategiesGforG–reatingG
yetalloenzymesUGChallengesfandfAdvancesfinfComputationalfChemistryfandfPhysicsSG2010SGYddTZZW 0.7 10

98 —nderstandingGtheGyechanismGforG“ibonucleotideG“eductaseGunactivationGbyGYNTG
peoxyTYNTmethylenecytidineT]NTdiphosphateUGJournalfoffChemicalfTheoryfandfComputationSG2010SGaSGYbbWTcX6.4 8

97 QyVyyG”tudiesGonGtheG˛†TsalactosidaseGoatalyticGyechanismeGtydrolysisGandG–ransglycosylationG
“eactionsUGJournalfoffChemicalfTheoryfandfComputationSG2010SGaSG[YXTZZ 6.4 69

96 ProteinTproteinGdockingGdealingGwithGtheGunknownUGJournalfoffComputationalfChemistrySG2010SGZXSGZXbT[Y3.5 85

95 VirtualGscreeningGinGdrugGdesignGandGdevelopmentUGCombinatorialfChemistryfandfHighfThroughputf
ScreeningSG2010SGXZSG[[YT]Z 1.3 42

94 pr–GstudiesGonGtheG˛†TglycosidaseGcatalyticGmechanismeG–heGdeglycosylationGstepUGComputationalfandf
TheoreticalfChemistrySG2010SGd[aSGXY]TXZZ 21

93 ”tructuralGanalysisGofGmnmpGpointGmutationsGcausingGYTmethylTZThydroxylbutyrylTcomGdeficiencyUG
InternationalfJournalfoffQuantumfChemistrySG2010SGXXWSGX[cTXaW 2.1

92 mnmpeGaGpotentialGtherapeuticGtargetGforGmbetaTinducedGmitochondrialGdysfunctionGinGmlzheimerNsG
diseaseUGMiniuReviewsfinfMedicinalfChemistrySG2009SGdSGXWWYTc 3.2 5

91
sasTphaseGgeometryGoptimizationGofGbiologicalGmoleculesGasGaGreasonableGalternativeGtoGaG
continuumGenvironmentGdescriptioneGfactSGmythSGorGfictionkUGJournalfoffPhysicalfChemistryfASG2009SG
XXZSGX[YZXTa

2.8 17

90 –heGsearchGforGtheGmechanismGofGtheGreactionGcatalyzedGbyGfarnesyltransferaseUGChemistryfufAf
EuropeanfJournalSG2009SGX]SG[Y[ZTb 4.8 26

89 “oleGofGtheGvariableGactiveGsiteGresiduesGinGtheGfunctionGofGthioredoxinGfamilyGoxidoreductasesUG
JournalfoffComputationalfChemistrySG2009SGZWSGbXWTY[ 3.5 11

88
oomparativeGanalysisGofGtheGperformanceGofGcommonlyGavailableGdensityGfunctionalsGinGtheG
determinationGofGgeometricalGparametersGforGzincGcomplexesUGJournalfoffComputationalfChemistrySG
2009SGZWSGYb]YTaZ

3.5 45

(2009-2010)
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87 pockingGandGmolecularGdynamicsGstudiesGonGtheGstereoselectivityGinGtheGenzymaticGsynthesisGofG
carbohydratesUGTheoreticalfChemistryfAccountsSG2009SGXYYSGYcZTYda 1.9 15

86 slutathioneGtransferaseGmXTXeGcatalyticGroleGofGwaterUGTheoreticalfChemistryfAccountsSG2009SGXY[SGbXTcZ 1.9 6

85 ympmyyeGaGmultistagedGdockingGwithGanGautomatedGmolecularGmodelingGprotocolUGProteins:f
StructuretfFunctionfandfBioinformaticsSG2009SGb[SGXdYTYWa 4.2 27

84 yodellingGbetaTXSZTexoglucanaseTsaccharideGinteractionseGstructureGofGtheGenzymeTsubstrateG
complexGandGenzymeGbindingGtoGtheGcellGwallUGJournalfoffMolecularfGraphicsfandfModellingSG2009SGYbSGdWcTYW2.8 8

83 yolecularGdynamicsGsimulationsGonGtheGcriticalGstatesGofGtheGfarnesyltransferaseGenzymeUGBioorganicf
andfMedicinalfChemistrySG2009SGXbSGZZadTbc 3.4 26

82 –heGΔincGproteomeeGaGtaleGofGstabilityGandGfunctionalityUGDaltonfTransactionsSG2009SGbd[aT]a 4.3 59

81 VirtualGscreeningGofGcompoundGlibrariesUGMethodsfinfMolecularfBiologySG2009SG]bYSG]bTbW 1.4 9

80 oomputationalGenzymaticGcatalysisUGAccountsfoffChemicalfResearchSG2008SG[XSGacdTdc 24.3 130

79 qnzymeGflexibilityGandGtheGcatalyticGmechanismGofGfarnesyltransferaseeGtargetingGtheGrelationUG
JournalfoffPhysicalfChemistryfBSG2008SGXXYSGcacXTdX 3.4 17

78 yechanismGofGthioredoxinTcatalyzedGdisulfideGreductionUGmctivationGofGtheGburiedGthiolGandGroleGofG
theGvariableGactiveTsiteGresiduesUGJournalfoffPhysicalfChemistryfBSG2008SGXXYSGY]XXTYZ 3.4 34

77 rarnesyltransferaseGinhibitorseGaGdetailedGchemicalGviewGonGanGelusiveGbiologicalGproblemUGCurrentf
MedicinalfChemistrySG2008SGX]SGX[bcTdY 4.3 101

76 –heGcurrentGstatusGofGtheGzz“–uGfamilyGofGantiretroviralsGusedGinGtheGtmm“–GregimeGagainstGtuVG
infectionUGCurrentfMedicinalfChemistrySG2008SGX]SGXWcZTd] 4.3 56

75 yammalianGcytosolicGglutathioneGtransferasesUGCurrentfProteinfandfPeptidefScienceSG2008SGdSGZY]TZb 2.8 59

74 Proteinâ��proteinGrecognitioneGaGcomputationalGmutagenesisGstudyGofGtheGypyYâ��P]ZGcomplexUG
TheoreticalfChemistryfAccountsSG2008SGXYWSG]ZZT][Y 1.9 20

73 yolecularGdynamicsGanalysisGofGfarnesyltransferaseeGmGcloserGlookGintoGtheGaminoGacidGbehaviorUG
InternationalfJournalfoffQuantumfChemistrySG2008SGXWcSGXdZdTXd]W 2.1 10

72 oomputationalGoptimizationGofGmsXcW]XGinhibitorGforGamyloidT˛†GbindingGalcoholGdehydrogenaseG
enzymeUGInternationalfJournalfoffQuantumfChemistrySG2008SGXWcSGXdcYTXddX 2.1 2

71 oarbohydrateTbindingGmodulesGfromGfamilyGXXeG—nderstandingGtheGbindingGmodeGofG
polysaccharidesUGInternationalfJournalfoffQuantumfChemistrySG2008SGXWcSGYWZWTYW[W 2.1 20

70 slutathioneGtransferaseeGnewGmodelGforGglutathioneGactivationUGChemistryfufAfEuropeanfJournalSG
2008SGX[SGd]dXTc 4.8 51
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69 yechanisticGstudiesGonGtheGformationGofGglycosidaseTsubstrateGandGglycosidaseTinhibitorGcovalentG
intermediatesUGJournalfoffComputationalfChemistrySG2008SGYdSGY]a]Tb[ 3.5 35

68 yolecularGdynamicsGsimulationsGofGtheGamyloidTbetaGbindingGalcoholGdehydrogenaseGOmnmpPG
enzymeUGBioorganicfandfMedicinalfChemistrySG2008SGXaSGd]XXTc 3.4 10

67 yolecularGdeterminantsGofGligandGspecificityGinGfamilyGXXGcarbohydrateGbindingGmoduleseGanGzy“SG
XTrayGcrystallographyGandGcomputationalGchemistryGapproachUGFEBSfJournalSG2008SGYb]SGY]Y[TZ] 5.7 27

66 nackboneGumportanceGforGProteinTProteinGnindingUGJournalfoffChemicalfTheoryfandfComputationSG
2007SGZSGcc]TdZ 6.4 12

65 oomparativeGassessmentGofGtheoreticalGmethodsGforGtheGdeterminationGofGgeometricalGpropertiesG
inGbiologicalGzincGcomplexesUGJournalfoffPhysicalfChemistryfBSG2007SGXXXSGdX[aT]Y 3.4 31

64 totGspotGocclusionGfromGbulkGwatereGaGcomprehensiveGstudyGofGtheGcomplexGbetweenGtheGlysozymeG
tqxGandGtheGantibodyGrVpXUZUGJournalfoffPhysicalfChemistryfBSG2007SGXXXSGYadbTbWa 3.4 29

63 –heGcarboxylateGshiftGinGzincGenzymeseGaGcomputationalGstudyUGJournalfoffthefAmericanfChemicalf
SocietySG2007SGXYdSGXZbcTc] 16.4 120

62 —nderstandingGribonucleotideGreductaseGinactivationGbyGgemcitabineUGChemistryfufAfEuropeanf
JournalSG2007SGXZSGc]WbTX] 4.8 105

61 oomputationalGalanineGscanningGmutagenesisTTanGimprovedGmethodologicalGapproachUGJournalfoff
ComputationalfChemistrySG2007SGYcSGa[[T][ 3.5 190

60 –heoreticalGstudiesGonGfarnesylGtransferaseeGevidenceGforGthioetherGproductGcoordinationGtoGtheG
activeTsiteGzincGsphereUGJournalfoffComputationalfChemistrySG2007SGYcSGXXaWTc 3.5 34

59 prugGdesigneGnewGinhibitorsGforGtuVTXGproteaseGbasedGonGzelfinavirGasGleadUGJournalfoffMolecularf
GraphicsfandfModellingSG2007SGYaSGaZ[T[Y 2.8 10

58 ParameterizationGofGmΔ–â��mGwidelyGusedGnucleosideGinhibitorGofGtuVTXGreverseGtranscriptaseUG
InternationalfJournalfoffQuantumfChemistrySG2007SGXWbSGYdYTYdc 2.1 6

57
totGspotGcomputationalGidentificationeGmpplicationGtoGtheGcomplexGformedGbetweenGtheGhenGeggG
whiteGlysozymeGOtqxPGandGtheGantibodyGtytqxTXWUGInternationalfJournalfoffQuantumfChemistrySG2007
SGXWbSGYddTZXW

2.1 20

56 totGspotsTTaGreviewGofGtheGproteinTproteinGinterfaceGdeterminantGaminoTacidGresiduesUGProteins:f
StructuretfFunctionfandfBioinformaticsSG2007SGacSGcWZTXY 4.2 537

55 mnalysisGofGzincTligandGbondGlengthsGinGmetalloproteinseGtrendsGandGpatternsUGProteins:fStructuretf
FunctionfandfBioinformaticsSG2007SGadSG[aaTb] 4.2 62

54 VascularGendothelialGgrowthGfactorGOVqsrPGinhibitionTTaGcriticalGreviewUGAntiuCancerfAgentsfinf
MedicinalfChemistrySG2007SGbSGYYZT[] 2.2 83

53 –heGexcisionGmechanismGinGreverseGtranscriptaseeGpyrophosphateGleavingGandGfingersGopeningGareG
uncoupledGeventsGwithGtheGanaloguesGmΔ–GandGd[–UGJournalfoffPhysicalfChemistryfBSG2007SGXXXSGXYWZYTd 3.4 5

52 “ibonucleotideGreductaseeGaGcriticalGenzymeGforGcancerGchemotherapyGandGantiviralGagentsUGRecentf
PatentsfonfAntiuCancerfDrugfDiscoverySG2007SGYSGXXTYd 2.6 67
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51 seneralGperformanceGofGdensityGfunctionalsUGJournalfoffPhysicalfChemistryfASG2007SGXXXSGXW[ZdT]Y 2.8 810

50 –heoreticalGstudiesGonGfarnesyltransferaseeGtheGdistancesGparadoxGexplainedUGProteins:fStructuretf
FunctionfandfBioinformaticsSG2007SGaaSGYW]TXc 4.2 35

49 oomputationalGpeterminationGofGtheG“elativeGrreeGqnergyGofGnindingGâ��GmpplicationGtoGmlanineG
”canningGyutagenesisUGChallengesfandfAdvancesfinfComputationalfChemistryfandfPhysicsSG2007SGZW]TZZd 0.7 5

48
oomputationalGstudiesGonGclassGuGribonucleotideGreductaseeGunderstandingGtheGmechanismsGofG
actionGandGinhibitionGofGaGcornerstoneGenzymeGforGtheGtreatmentGofGcancerUGEuropeanfBiophysicsf
JournalSG2006SGZ]SGXY]TZ]

1.9 10

47 ouSGΔnG”uperoxideGdismutaseeGdistortedGactiveGsiteGbindsGsubstrateGwithoutGsignificantGenergeticG
costUGTheoreticalfChemistryfAccountsSG2006SGXX]SGYbTZX 1.9 12

46 —nravellingGtotG”potseGaGcomprehensiveGcomputationalGmutagenesisGstudyUGTheoreticalfChemistryf
AccountsSG2006SGXXbSGddTXXZ 1.9 34

45
qffectiveGtailorTmadeGforceGfieldGparameterizationGofGtheGseveralGΔnGcoordinationGenvironmentsGinG
theGpuzzlingGr–aseGenzymeeGopeningGtheGdoorGtoGtheGfullGunderstandingGofGitsGelusiveGcatalyticG
mechanismUGTheoreticalfChemistryfAccountsSG2006SGXXbSGXbXTXcX

1.9 26

44 ”imilaritiesGandGdifferencesGinGtheGthioredoxinGsuperfamilyUGProgressfinfBiophysicsfandfMolecularf
BiologySG2006SGdXSGYYdT[c 4.7 94

43
oomparativeGevolutionaryGgenomicsGofGtheGtmptYGgeneGencodingGmbetaTbindingGalcoholG
dehydrogenaseVXbbetaThydroxysteroidGdehydrogenaseGtypeGXWGOmnmpVt”pXWPUGBMCfGenomicsSG
2006SGbSGYWY

4.5 21

42 peterminationGofGtheGpeltapwaGbetweenGtheGactiveGsiteGcysteinesGofGthioredoxinGandGpsbmUGJournalf
offComputationalfChemistrySG2006SGYbSGdaaTb] 3.5 33

41 yolecularGinsightsGintoGtheGmechanismsGofGtuVTXGreverseGtranscriptaseGresistanceGtoGnucleosideG
analogsUGMiniuReviewsfinfMedicinalfChemistrySG2006SGaSG][dT]] 3.2 5

40 yolecularGdynamicsGsimulationsGofGtheGenzymeGouSGΔnGsuperoxideGdismutaseUGJournalfoffPhysicalf
ChemistryfBSG2006SGXXWSGXab][TaY 3.4 28

39
—nravelingGtheGimportanceGofGproteinTproteinGinteractioneGapplicationGofGaGcomputationalG
alanineTscanningGmutagenesisGtoGtheGstudyGofGtheGugsXGstreptococcalGproteinGsGOoYGfragmentPG
complexUGJournalfoffPhysicalfChemistryfBSG2006SGXXWSGXWdaYTd

3.4 56

38 ProteinTligandGdockingeGcurrentGstatusGandGfutureGchallengesUGProteins:fStructuretfFunctionfandf
BioinformaticsSG2006SGa]SGX]TYa 4.2 597

37 pehydrationGofGribonucleotidesGcatalyzedGbyGribonucleotideGreductaseeGtheGroleGofGtheGenzymeUG
BiophysicalfJournalSG2006SGdWSGYXWdTXd 2.9 45

36 –heoreticalGstudyGofGtheGunusualGprotonationGpropertiesGofGtheGactiveGsiteGcysteinesGinGthioredoxinUG
JournalfoffPhysicalfChemistryfBSG2006SGXXWSG]b]cTaX 3.4 26

35
unsightsGonGresistanceGtoGreverseGtranscriptaseeGtheGdifferentGpatternsGofGinteractionGofGtheG
nucleosideGreverseGtranscriptaseGinhibitorsGinGtheGdeoxyribonucleotideGtriphosphateGbindingGsiteG
relativeGtoGtheGnormalGsubstrateUGJournalfoffMedicinalfChemistrySG2006SG[dSGbab]TcY

8.3 5

34 qnzymeGribonucleotideGreductaseeGunravelingGanGenigmaticGparadigmGofGenzymeGinhibitionGbyG
furanoneGderivativesUGJournalfoffPhysicalfChemistryfBSG2006SGXXWSGYXYbYTcX 3.4 14
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33 mtomicTxevelG“ationalGprugGpesignUGCurrentfComputeruAidedfDrugfDesignSG2006SGYSG]bTcX 1.4 4

32 yolecularGdynamicsGmodelGofGunligandedGtuVTXGreverseGtranscriptaseUGMedicinalfChemistrySG2006SGYSG[dXTc1.8 2

31 petailedGmicroscopicGstudyGofGtheGfullGzipmertsΔGinterfaceUGProteins:fStructuretfFunctionfandf
BioinformaticsSG2006SGaZSGcXXTYX 4.2 18

30
–heoreticalGstudyGonGtheGinhibitionGofGribonucleotideGreductaseGbyG
YNTmercaptoTYNTdeoxyribonucleosideT]NTdiphosphatesUGJournalfoffthefAmericanfChemicalfSocietySG
2005SGXYbSG]Xb[Td

16.4 16

29 rarnesyltransferaseTTnewGinsightsGintoGtheGzincTcoordinationGsphereGparadigmeGevidenceGforGaG
carboxylateTshiftGmechanismUGBiophysicalfJournalSG2005SGccSG[cZTd[ 2.9 55

28 oomputerGyodelingGandG“esearchGinGtheGolassroomUGJournalfoffChemicalfEducationSG2005SGcYSGXWYX 2.4 3

27 pensityTfunctionalGcalculationsGofGtheGouSGΔnGsuperoxideGdismutaseGredoxGpotentialeG–heGinfluenceG
ofGactiveGsiteGdistortionUGComputationalfandfTheoreticalfChemistrySG2005SGbYdSGX[XTX[a 11

26 mccuracyGofGtheGnumericalGsolutionGofGtheGPoissonâ��noltzmannGequationUGComputationalfandf
TheoreticalfChemistrySG2005SGbYdSGXXTXc 28

25 rarnesyltransferaseeG–heoreticalGstudiesGonGpeptideGsubstrateGentranceâ��thiolGorGthiolateG
coordinationkUGComputationalfandfTheoreticalfChemistrySG2005SGbYdSGXY]TXYd 25

24 zewGdesignsGforGinhibitorsGofGtheGzrT˛”neGpzmGbindingUGTheoreticalfChemistryfAccountsSG2005SGXXZSGXdbTYW[1.9 1

23 —nravelingGtheGmechanismGofGtheGfarnesyltransferaseGenzymeUGJournalfoffBiologicalfInorganicf
ChemistrySG2005SGXWSGZTXW 3.7 37

22 |verviewGofGribonucleotideGreductaseGinhibitorseGanGappealingGtargetGinGantiTtumourGtherapyUG
CurrentfMedicinalfChemistrySG2005SGXYSGXYcZTd[ 4.3 85

21 –heoreticalGstudyGofGribonucleotideGreductaseGmechanismTbasedGinhibitionGbyG
YNTazidoTYNTdeoxyribonucleosideG]NTdiphosphatesUGJournalfoffComputationalfChemistrySG2004SGY]SGYYbTZb 3.5 22

20 yechanismGforGribonucleotideGreductaseGinactivationGbyGtheGanticancerGdrugGgemcitabineUGJournalf
offComputationalfChemistrySG2004SGY]SGXYcaTd[ 3.5 59

19 “ibonucleotideGactivationGbyGenzymeGribonucleotideGreductaseeGunderstandingGtheGroleGofGtheG
enzymeUGJournalfoffComputationalfChemistrySG2004SGY]SGYWZXTb 3.5 27

18 –heoreticalGinsightsGintoGtheGmechanismGforGthiolVdisulfideGexchangeUGChemistryfufAfEuropeanf
JournalSG2004SGXWSGY]bTaa 4.8 218

17 zewGinsightsGintoGaGcriticalGbiologicalGcontrolGstepGofGtheGmechanismGofG“ibonucleotideGreductaseUG
ComputationalfandfTheoreticalfChemistrySG2004SGbWdSG]ZTa] 13

16 pesignGofGYTcyclopentenoneGderivativesGwithGenhancedGzrT˛”neGpzmGbindingGinhibitoryGpropertiesUG
ComputationalfandfTheoreticalfChemistrySG2004SGac]SGbZTcY 3
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15 yodelingGohemicalGandGniologicalG”ystemseGmG”uccessfulGoourseGforG—ndergraduateG”tudentsUG
JournalfoffChemicalfEducationSG2004SGcXSGbY 2.4 7

14
–heoreticalGstudiesGonGtheGmechanismGofGinhibitionGofG“ibonucleotideG“eductaseGbyG
OqPTYNTrluoromethyleneTYNTdeoxycitidineT]NTdiphosphateUGJournalfoffthefAmericanfChemicalfSocietySG
2003SGXY]SGaZXXTYY

16.4 53

13 zewGdesignsGforGy“uGcontrastGagentsUGJournalfoffComputeruAidedfMolecularfDesignSG2003SGXbSG[aZTbZ 4.2 12

12 mGtheoreticalGstudyGofGradicalTonlyGandGcombinedGradicalVcarbocationicGmechanismsGofGarachidonicG
acidGcyclooxygenationGbyGprostaglandinGtGsynthaseUGTheoreticalfChemistryfAccountsSG2003SGXXWSGZ[]TZ]X 1.9 15

11 –heoreticalGstudiesGonGtheGmodeGofGinhibitionGofGribonucleotideGreductaseGbyGYNTsubstitutedG
substrateGanaloguesUGChemistryfufAfEuropeanfJournalSG2003SGdSG]dXaTY] 4.8 23

10 PyruvateGrormateGxyaseeGGmGzewGPerspectiveUGJournalfoffPhysicalfChemistryfBSG2003SGXWbSG]b]XT]b]b 3.4 14

9 –heGreductionGofGribonucleotidesGcatalyzedGbyGtheGenzymeGribonucleotideGreductaseUGTheoreticalf
ChemistryfAccountsSG2002SGXWcSGZ]YTZa[ 1.9 23

8 yolecularG”imulationGofGtheGunterfaceGbetweenG–woGummiscibleGqlectrolyteG”olutionsUGJournalfoff
PhysicalfChemistryfBSG2001SGXW]SGdcXTddZ 3.4 17

7 unfluenceGofGuonG”izeGandGohargeGinGuonG–ransferGProcessesGmcrossGaGxiquid|xiquidGunterfaceUGJournalf
offPhysicalfChemistryfBSG2000SGXW[SGYYbcTYYca 3.4 33

6 yolecularGdynamicsGsimulationGofGtheGwaterVXSYTdichloroethaneGinterfaceUGComputationalfandf
TheoreticalfChemistrySG1999SG[aZSGX]XTX]a 12

5 yolecularGpynamicsG”imulationGofGtheGWaterVYTteptanoneGxiquidTxiquidGunterfaceUGJournalfoff
PhysicalfChemistryfBSG1999SGXWZSGaYdWTaYdd 3.4 70

4 yolecularGpynamicsG”tudyGofGtheG–ransferGofGuodideGacrossG–woGxiquidVxiquidGunterfacesUGJournalfoff
PhysicalfChemistryfBSG1999SGXWZSGcdZWTcdZd 3.4 49

3 yolecularGpynamicsG”imulationGofGxiquidGYTteptanoneSGPureGandG”aturatedGwithGWaterUGJournalfoff
PhysicalfChemistryfBSG1999SGXWZSGXXbaTXXc[ 3.4 9

2 PathGintegralGyonteGoarloGsimulationseG”tudyGofGtheGefficiencyGofGenergyGestimatorsUGJournalfoff
ChemicalfPhysicsSG1995SGXWZSG]bYWT]bY[ 3.9 9

1 qngineeringGofGPw”Gyegaenzymesâ��mGPromisingGWayGtoGniosynthesizeGtighTValueGmctiveG
yoleculesUGTopicsfinfCatalysisSX 2.3 1
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