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354 siscoveryKofKaKnovelKnonsteroidalKselectiveKglucocorticoidKreceptorKmodulatorKbyKvirtualKscreeningK
andKbioassaysYYKActabPharmacologicabSinicaWK2022WK 8 4

353 znowledgeXbasedKqt−γiKaKmethodKtoKextractKmolecularKfeaturesKsuchKasKcomputationalKchemistsYYK
BriefingsbinbBioinformaticsWK2022WK 13.4 3

352 wighXthroughputKglycolyticKinhibitorKdiscoveryKtargetingKglioblastomaKbyKgraphiteKdotsXassistedK{sxK
massKspectrometryYYKSciencebAdvancesWK2022WKgWKeablchab 14.3 0

351 γheKstructureKofKerastinXboundKxrγXcuahcKcomplex´ revealsKmolecularKmechanismsKunderlyingK
erastinXinducedKferroptosisYYKCellbResearchWK2022WK 24.7 2

350 rharacterizingKtheKstabilizationKeffectsKofKstabilizersKinKproteinXproteinKsystemsKwithKendXpointK
bindingKfreeKenergyKcalculationsYYKBriefingsbinbBioinformaticsWK2022WK 13.4 3

349
siscoveryKofKnovelKnonXsteroidalKselectiveKglucocorticoidKreceptorKmodulatorsKbyKstructureXKandK
xv‘XbasedKvirtualKscreeningWKstructuralKoptimizationWKandKbiologicalKevaluationYYKEuropeanbJournalbofb
MedicinalbChemistryWK2022WKabfWK]]cbga

6.8 1

348 }achineKlearningKtoKpredictKmetabolicKdrugKinteractionsKrelatedKtoKcytochromeK–cd[KisozymesYYK
JournalbofbCheminformaticsWK2022WK]cWKab 8.6 3

347
soKweKneedKdifferentKmachineKlearningKalgorithmsKforK βp−KmodelingnKpKcomprehensiveK
assessmentKofK]eKmachineKlearningKalgorithmsKonK]cK βp−KdataKsetsYKBriefingsbinbBioinformaticsWK
2021WKaaWK

13.4 18

346 –terostilbeneKinhibitsKhepatocellularKcarcinomaKproliferationKandKwqVKreplicationKbyKtargetingK
ribonucleotideKreductaseK}aKproteinYKAmericanbJournalbofbCancerbResearchWK2021WK]]WKahfdXahgh 4.4 1

345 seepKlearningKapproachesKforKdeKnovoKdrugKdesigniKpnKoverviewYKCurrentbOpinionbinbStructuralb
BiologyWK2021WKfaWK]bdX]cc 8.1 5

344 siscoveryKofK‘ovelKv−K{igandsKtowardKsruggableKv−KpntagonistKronformationsKxdentifiedKbyK}sK
βimulationsKandK}arkovKβtateK}odelKpnalysisYKAdvancedbScienceWK2021WKea][acbd 13.6 6

343 pKunifiedKdrugXtargetKinteractionKpredictionKframeworkKbasedKonKknowledgeKgraphKandK
recommendationKsystemYKNaturebCommunicationsWK2021WK]aWKeffd 17.4 11

342 βemiXautomatedKworkflowKforKmolecularKpairKanalysisKandK βp−XassistedKtransformationKspaceK
expansionYKJournalbofbCheminformaticsWK2021WK]bWKge 8.6 0

341
siscoveryKofKaK‘ovelKpndrogenK−eceptorKpntagonistK}anifestingKtvidenceKtoKsisruptKtheK
simerizationKofKtheK{igandXqindingKsomainKviaKpttenuatingKtheKwydrogenXqondingK‘etworkK
qetweenKtheKγwoK}onomersYKJournalbofbMedicinalbChemistryWK2021WKecWK]faa]X]fabg

8.3 1

340 γheKimpactKofKcrossXdockedKposesKonKperformanceKofKmachineKlearningKclassifierKforKproteinXligandK
bindingKposeKpredictionYKJournalbofbCheminformaticsWK2021WK]bWKg] 8.6 2

339 siscoveryKofKnovelKsprt]KinhibitorsKviaKcomputationalKbioactivityKfingerprintsKandKstructureXbasedK
virtualKscreeningYKActabPharmacologicabSinicaWK2021WK 8 1

338 }ultiXconstraintKmolecularKgenerationKbasedKonKconditionalKtransformerWKknowledgeKdistillationK
andKreinforcementKlearningYKNaturebMachinebIntelligenceWK2021WKbWKh]cXhaa 22.5 9
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337 xntegrativeK}odelingKofK–−’γprX}ediatedKγernaryKromplexesYKJournalbofbMedicinalbChemistryWK
2021WKecWK]eaf]X]eag] 8.3 7

336 rhemu{uoiKaKwebXserverKforKstructureKanalysisKandKidentificationKofKfluorescentKcompoundsYK
BriefingsbinbBioinformaticsWK2021WKaaWK 13.4 3

335 siscoveryKofKnovelKantagonistsKtargetingKtheKs‘pKbindingKdomainKofKandrogenKreceptorKbyK
integratedKdockingXbasedKvirtualKscreeningKandKbioassaysYKActabPharmacologicabSinicaWK2021WK 8 5

334 wyperbolicKrelationalKgraphKconvolutionKnetworksKplusiKaKsimpleKbutKhighlyKefficientK
 βp−XmodelingKmethodYKBriefingsbinbBioinformaticsWK2021WKaaWK 13.4 3

333 ps}tγlabKaY[iKanKintegratedKonlineKplatformKforKaccurateKandKcomprehensiveKpredictionsKofK
ps}tγKpropertiesYKNucleicbAcidsbResearchWK2021WKchWKWdXW]c 20.1 148

332 p−xw]KsignalingKpromotesKantiXtumorKimmunityKbyKtargetingK–sX{]KforKproteasomalKdegradationYK
NaturebCommunicationsWK2021WK]aWKabce 17.4 8

331 xdentificationKofKactiveKmoleculesKagainstK}ycobacteriumKtuberculosisKthroughKmachineKlearningYK
BriefingsbinbBioinformaticsWK2021WKaaWK 13.4 3

330 siscoveryKofKnovelKwqVKcapsidKassemblyKmodulatorsKbyKstructureXbasedKvirtualKscreeningKandK
bioassaysYKBioorganicbandbMedicinalbChemistryWK2021WKbeWK]]e[he 3.4 2

329 βtructuralKbasisKofKvpqpKreceptorXvKproteinKcouplingYKNatureWK2021WKdhcWKdhcXdhg 50.4 13

328
VpsX}}ZvqβpiKpKVariableKptomicKsielectricK}}ZvqβpK}odelKforKxmprovedKpccuracyKinK
–roteinX{igandKqindingKureeKtnergyKralculationsYKJournalbofbChemicalbInformationbandbModelingWK
2021WKe]WKagccXagde

6.1 2

327 romputationalKqioactivityKuingerprintKβimilaritiesKγoK‘avigateKtheKsiscoveryKofK‘ovelKβcaffoldsYK
JournalbofbMedicinalbChemistryWK2021WKecWKfdccXfddc 8.3 2

326 }iningKγoxicityKxnformationKfromK{argeKpmountsKofKγoxicityKsataYKJournalbofbMedicinalbChemistryWK
2021WKecWKehacXehbe 8.3 8

325 γheK}r−XbKinsideKlinkerKappearsKasKaKfacilitatorKofKcolistinKresistanceYKCellbReportsWK2021WKbdWK][h]bd 10.6 4

324 seeprharge–redictoriKpKwebKserverKforKpredictingK }XbasedKatomicKchargesKviaKstateXofXtheXartK
machineXlearningKalgorithmsYKBioinformaticsWK2021WK 7.2 1

323 }vXqt−γiKleveragingKunsupervisedKatomicKrepresentationKlearningKforKmolecularKpropertyK
predictionYKBriefingsbinbBioinformaticsWK2021WKaaWK 13.4 8

322 qenchmarkingKtheKmechanismsKofKfrequentKhittersiKlimitationKofK–px‘βKalertsYKDrugbDiscoverybTodayWK
2021WKaeWK]bdbX]bdg 8.8 9

321 }etforminKactivatesKchaperoneXmediatedKautophagyKandKimprovesKdiseaseKpathologiesKinKanK
plzheimerKdiseaseKmouseKmodelYKProteinbandbCellWK2021WK]aWKfehXfgf 7.2 15

320 siscoveryKofKaKsmallKmoleculeKinhibitorKofKcullinKneddylationKthatKtriggersKt−KstressKtoKinduceK
autophagyYYKActabPharmaceuticabSinicabBWK2021WK]]WKbdefXbdgc 15.5 3

(2021-2021)
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319 −egulationK}echanismKforKtheKqindingKbetweenKtheKβp−βXroVXaKβpikeK–roteinKandKwostK
pngiotensinXronvertingKtnzymeKxxYKJournalbofbPhysicalbChemistrybLettersWK2021WK]aWKeadaXeae] 6.4 3

318 qewareKofKtheKgenericKmachineKlearningXbasedKscoringKfunctionsKinKstructureXbasedKvirtualK
screeningYKBriefingsbinbBioinformaticsWK2021WKaaWK 13.4 12

317 xmprovingKstructureXbasedKvirtualKscreeningKperformanceKviaKlearningKfromKscoringKfunctionK
componentsYKBriefingsbinbBioinformaticsWK2021WKaaWK 13.4 11

316 ranKmachineKlearningKconsistentlyKimproveKtheKscoringKpowerKofKclassicalKscoringKfunctionsnK
xnsightsKintoKtheKroleKofKmachineKlearningKinKscoringKfunctionsYKBriefingsbinbBioinformaticsWK2021WKaaWKchfXd]c13.4 23

315 –−’γprXsqiKanKonlineKdatabaseKofK–−’γprsYKNucleicbAcidsbResearchWK2021WKchWKs]bg]Xs]bgf 20.1 39

314 rovalentxnsqiKaKcomprehensiveKdatabaseKfacilitatingKtheKdiscoveryKofKcovalentKinhibitorsYKNucleicb
AcidsbResearchWK2021WKchWKs]]aaXs]]ah 20.1 14

313 rurrentKadvancesKinKligandXbasedKtargetKpredictionYKWileybInterdisciplinarybReviews:bComputationalb
MolecularbScienceWK2021WK]]WKe]d[c 7.9 8

312 γargetingKphosphatidylinositolKbXkinaseKgammaKS–xbz˛‡TiKsiscoveryKandKdevelopmentKofKitsKselectiveK
inhibitorsYKMedicinalbResearchbReviewsWK2021WKc]WK]dhhX]ea] 14.4 6

311 βcopyiKanKintegratedKnegativeKdesignKpythonKlibraryKforKdesirableKwγβZVβKdatabaseKdesignYKBriefingsb
inbBioinformaticsWK2021WKaaWK 13.4 6

310 seepptomicrhargeiKaKnewKgraphKconvolutionalKnetworkXbasedKarchitectureKforKaccurateKpredictionK
ofKatomicKchargesYKBriefingsbinbBioinformaticsWK2021WKaaWK 13.4 5

309 qio}ed−iKanK−Zr−p‘KpackageKforKintegratedKdataKanalysisKpipelineKinKbiomedicalKstudyYKBriefingsbinb
BioinformaticsWK2021WKaaWKcfcXcgc 13.4 3

308 pccuracyKorKnoveltyiKwhatKcanKweKgainKfromKtargetXspecificKmachineXlearningXbasedKscoringK
functionsKinKvirtualKscreeningnYKBriefingsbinbBioinformaticsWK2021WKaaWK 13.4 6

307
rouldKgraphKneuralKnetworksKlearnKbetterKmolecularKrepresentationKforKdrugKdiscoverynKpK
comparisonKstudyKofKdescriptorXbasedKandKgraphXbasedKmodelsYKJournalbofbCheminformaticsWK2021WK
]bWK]a

8.6 34

306 pβu–KSprtificialKxntelligenceKbasedKβcoringKuunctionK–latformTiKaKwebKserverKforKtheKdevelopmentKofK
customizedKscoringKfunctionsYKJournalbofbCheminformaticsWK2021WK]bWKe 8.6 4

305 siscoveryKofKnovelK}xuKinhibitorsKthatKattenuateKmicroglialKinflammatoryKactivationKbyK
structuresXbasedKvirtualKscreeningKandKinKvitroKbioassaysYKActabPharmacologicabSinicaWK2021WK 8 1

304 βtructuralKinsightsKintoKligandKrecognitionKandKactivationKofKtheKmelanocortinXcKreceptorYKCellb
ResearchWK2021WKb]WK]]ebX]]fd 24.7 2

303 {earningKtoKβ}x{tβiKqp‘XbasedKstrategiesKtoKimproveKlatentKrepresentationKlearningKfromK
moleculesYKBriefingsbinbBioinformaticsWK2021WKaaWK 13.4 4

302 siscoveryKofKaK‘ovelK}itogenXpctivatedK–roteinKzinaseKSugvpmk]TKxnhibitorKforKtheKγreatmentKofK
uusariumKweadKqlightYKJournalbofbMedicinalbChemistryWK2021WKecWK]bgc]X]bgda 8.3 2
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301 ’pportunitiesKforKovercomingKtuberculosisiKtmergingKtargetsKandKtheirKinhibitorsYKDrugbDiscoveryb
TodayWK2021WKafWKbaeXbae 8.8 3

300
xnhibitionKofKneuroinflammationKbyK}xuKinhibitorK
bXS{[cXScXmethoxyphenylTXeXmethylXaXpyrimidinyl]thio}]methylTbenzoicKacidKSZXb]aTYKInternationalb
ImmunopharmacologyWK2021WKhgWK][fgeg

5.8 1

299 rharacterizingKtheK}orphologyKandKtfficiencyKofK’rganicKβolarKrellsKbyK}ultiscaleKβimulationsYK
SpringerbSeriesbinbMaterialsbScienceWK2021WKefhXeha 0.9

298  βp−XassistedX}}–pKtoKexpandKchemicalKtransformationKspaceKforKleadKoptimizationYKBriefingsbinb
BioinformaticsWK2021WKaaWK 13.4 3

297 ssxnteriKanKonlineKdrugXdrugKinteractionKdatabaseKtowardsKimprovingKclinicalKdecisionXmakingKandK
patientKsafetyYKNucleicbAcidsbResearchWK2021WK 20.1 6

296 xnteractionvraph‘etiKpK‘ovelKandKtfficientKseepKvraphK−epresentationK{earningKurameworkKforK
pccurateK–roteinX{igandKxnteractionK–redictionsYKJournalbofbMedicinalbChemistryWK2021WK 8.3 11

295 uastKandKaccurateKpredictionKofKpartialKchargesKusingKptomX–athXsescriptorXbasedKmachineK
learningYKBioinformaticsWK2020WKbeWKcfa]Xcfag 7.2 5

294 sevelopmentKandKtvaluationKofK}}ZvqβpKqasedKonKaKVariableKsielectricKvqK}odelKforK–redictingK
–roteinX{igandKqindingKpffinitiesYKJournalbofbChemicalbInformationbandbModelingWK2020WKe[WKdbdbXdbed 6.1 13

293 vossypolKinhibitsKcullinKneddylationKbyKtargetingKβpvXrU{dKandK−qX]XrU{]KcomplexesYKNeoplasiaWK
2020WKaaWK]fhX]h] 6.4 8

292 βtructuralKpnalysisKandKxdentificationKofKualseK–ositiveKwitsKinK{uciferaseXqasedKpssaysYKJournalbofb
ChemicalbInformationbandbModelingWK2020WKe[WKa[b]Xa[cb 6.1 8

291 ps}tγKevaluationKinKdrugKdiscoveryYKa[YK–redictionKofKbreastKcancerKresistanceKproteinKinhibitionK
throughKmachineKlearningYKJournalbofbCheminformaticsWK2020WK]aWK]e 8.6 20

290
qindingKaffinityKandKdissociationKpathwayKpredictionsKforKaKseriesKofKUβ–fKinhibitorsKwithK
pyrimidinoneKscaffoldKbyKmultipleKcomputationalKmethodsYKPhysicalbChemistrybChemicalbPhysicsWK
2020WKaaWKdcgfXdchh

3.6 4

289 ‘ovelKandrogenKreceptorKantagonistKidentifiedKbyKstructureXbasedKvirtualKscreeningWKstructuralK
optimizationWKandKbiologicalKevaluationYKEuropeanbJournalbofbMedicinalbChemistryWK2020WK]haWK]]a]de 6.8 7

288 urequentKhittersiKnuisanceKartifactsKinKhighXthroughputKscreeningYKDrugbDiscoverybTodayWK2020WKadWKedfXeef8.8 23

287 xmprovingKsockingXqasedKVirtualKβcreeningKpbilityKbyKxntegratingK}ultipleKtnergyKpuxiliaryKγermsK
fromK}olecularKsockingKβcoringYKJournalbofbChemicalbInformationbandbModelingWK2020WKe[WKca]eXcab[ 6.1 17

286
βtructureXbasedKdiscoveryKofKrZ{g[WKaKcaspaseX]KinhibitorKwithKtherapeuticKpotentialKforKfebrileK
seizuresKandKlaterKenhancedKepileptogenicKsusceptibilityYKBritishbJournalbofbPharmacologyWK2020WK
]ffWKbd]hXbdbc

8.6 7

285
βynthesisKandKbiologicalKevaluationKofKheterocyclicKbisXarylKamidesKasKnovelKβrcKhomologyKaKdomainK
containingKproteinKtyrosineKphosphataseXaKSβw–aTKinhibitorsYKBioorganicbandbMedicinalbChemistryb
LettersWK2020WKb[WK]af]f[

2.9 6

284 pdvancesKinKtheKcomputationalKdevelopmentKofKandrogenKreceptorKantagonistsYKDrugbDiscoveryb
TodayWK2020WKadWK]cdbX]ce] 8.8 11

(2020-2021)
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283 rombinedKstrategiesKinKstructureXbasedKvirtualKscreeningYKPhysicalbChemistrybChemicalbPhysicsWK2020WK
aaWKb]chXb]dh 3.6 39

282 ppplicationKofK‘egativeKsesignKγoKsesignKaK}oreKsesirableKVirtualKβcreeningK{ibraryYKJournalbofb
MedicinalbChemistryWK2020WKebWKcc]]Xccah 8.3 14

281 βystematicK}odelingKofKlogKKqasedKonKtnsembleK}achineK{earningWKvroupKrontributionWKandK
}atchedK}olecularK–airKpnalysisYKJournalbofbChemicalbInformationbandbModelingWK2020WKe[WKebXfe 6.1 20

280 xnsightKserivedKfromK}olecularKsynamicsKβimulationKintoKtheKβelectivityK}echanismKγargetingK
vX uadruplexYKJournalbofbPhysicalbChemistrybBWK2020WK]acWKhffbXhfgc 3.4 4

279 uromKmachineKlearningKtoKdeepKlearningiKpdvancesKinKscoringKfunctionsKforKproteinâ��ligandKdockingYK
WileybInterdisciplinarybReviews:bComputationalbMolecularbScienceWK2020WK][WKe]cah 7.9 65

278 romprehensiveKtvaluationKofKuourteenKsockingK–rogramsKonK–roteinX–eptideKromplexesYKJournalb
ofbChemicalbTheorybandbComputationWK2020WK]eWKbhdhXbheh 6.4 32

277 βtructuralKpnalysisKandKxdentificationKofKrolloidalKpggregatorsKinKsrugKsiscoveryYKJournalbofb
ChemicalbInformationbandbModelingWK2019WKdhWKbf]cXbfae 6.1 23

276 siscoveryKofKbWeXdiarylX]wXpyrazolo[bWcXb]pyridinesKasKpotentKanaplasticKlymphomaKkinaseKSp{zTK
inhibitorsYKBioorganicbandbMedicinalbChemistrybLettersWK2019WKahWKh]aXh]e 2.9 9

275
rommunicationKbetweenKtheK{igandXqindingK–ocketKandKtheKpctivationKuunctionXaKsomainKofK
pndrogenK−eceptorK−evealedKbyK}olecularKsynamicsKβimulationsYKJournalbofbChemicalbInformationb
andbModelingWK2019WKdhWKgcaXgdf

6.1 17

274 VoltageXgatedKsodiumKchannelsiKstructuresWKfunctionsWKandKmolecularKmodelingYKDrugbDiscoveryb
TodayWK2019WKacWK]bghX]bhf 8.8 19

273 tndX–ointKqindingKureeKtnergyKralculationKwithK}}Z–qβpKandK}}ZvqβpiKβtrategiesKandK
ppplicationsKinKsrugKsesignYKChemicalbReviewsWK2019WK]]hWKhcfgXhd[g 68.1 449

272 xnsightKintoKtheKselectiveKbindingKmechanismKofKs‘}γ]KandKs‘}γbpKinhibitorsiKaKmolecularK
simulationKstudyYKPhysicalbChemistrybChemicalbPhysicsWK2019WKa]WK]ahb]X]ahcf 3.6 23

271 wawksockiKaKwebKserverKtoKpredictKandKanalyzeKtheKproteinXproteinKcomplexKbasedKonK
computationalKdockingKandK}}ZvqβpYKNucleicbAcidsbResearchWK2019WKcfWKWbaaXWbb[ 20.1 139

270
pssessingKtheKperformanceKofK}}Z–qβpKandK}}ZvqβpKmethodsYKhYK–redictionKreliabilityKofKbindingK
affinitiesKandKbindingKposesKforKproteinXpeptideKcomplexesYKPhysicalbChemistrybChemicalbPhysicsWK
2019WKa]WK][]bdX][]cd

3.6 47

269 xncreasedKgeneKcopyKnumberKofKworsensKsepsisKbyKinducingKendothelialKpyroptosisYKProceedingsbofb
thebNationalbAcademybofbSciencesbofbthebUnitedbStatesbofbAmericaWK2019WK]]eWKb]e]Xb]f[ 11.5 24

268 γheKinflammatoryKcytokineKx{XeKinducesKu−p]KdeacetylationKpromotingKcolorectalKcancerKstemXlikeK
propertiesYKOncogeneWK2019WKbgWKchbaXchcf 9.2 26

267
pssessingKtheKperformanceKofKtheK}}Z–qβpKandK}}ZvqβpKmethodsYK][YKxmpactsKofKenhancedK
samplingKandKvariableKdielectricKmodelKonKproteinXproteinKxnteractionsYKPhysicalbChemistrybChemicalb
PhysicsWK2019WKa]WK]ghdgX]gheh

3.6 41

266 srugKsiscoveryKγargetingKpnaplasticK{ymphomaKzinaseKSp{zTYKJournalbofbMedicinalbChemistryWK2019WK
eaWK][hafX][hdc 8.3 44

Ting-Jun Hou

6



265 ps}tγKtvaluationKinKsrugKsiscoveryYK]hYK−eliableK–redictionKofKwumanKrytochromeK–cd[KxnhibitionK
UsingKprtificialKxntelligenceKppproachesYKJournalbofbChemicalbInformationbandbModelingWK2019WKdhWKcdgfXce[]6.1 40

264 s‘pKmethyltransferasesiKemergingKtargetsKforKtheKdiscoveryKofKinhibitorsKasKpotentKanticancerK
drugsYKDrugbDiscoverybTodayWK2019WKacWKababXabb] 8.8 25

263 xmportanceKofKaKcrystallineKwaterKnetworkKinKdockingXbasedKvirtualKscreeningiKaKcaseKstudyKofKq−scYK
PhysicalbChemistrybChemicalbPhysicsWK2019WKa]WKadafeXadagh 3.6 12

262 xdentificationKofKanKpctivatingK}utationKinKtheKtxtracellularKsomainKofKwt−aKronferringK−esistanceK
toK–ertuzumabYKOncoTargetsbandbTherapyWK2019WK]aWK]]dhfX]]e[g 4.4 4

261 pKmagicKdrugKtargetiKpndrogenKreceptorYKMedicinalbResearchbReviewsWK2019WKbhWK]cgdX]d]c 14.4 17

260 far––xiKaKwebserverKforKaccurateKpredictionKofKproteinXligandKbindingKstructuresKforKsmallXmoleculeK
––xKinhibitorsKbyK}}Z–qSvqTβpKmethodsYKBioinformaticsWK2019WKbdWK]fffX]ffh 7.2 33

259 γheKadsorptionWKdiffusionKandKcapacityKofKlithiumKonKnovelKboronXdopedKgrapheneKnanoribboniKpK
densityKfunctionalKtheoryKstudyYKAppliedbSurfacebScienceWK2019WKceeWKfbfXfcd 6.7 15

258
−eliabilityKofKsockingXqasedKVirtualKβcreeningKforKv–r−K{igandsKwithKwomologyK}odeledK
βtructuresiKpKraseKβtudyKofKtheKpngiotensinKxxKγypeKxK−eceptorYKACSbChemicalbNeuroscienceWK2019WK
][WKeffXegh

5.7 17

257 uullereneKderivativesKactKasKinhibitorsKofKleukocyteKcommonKantigenKbasedKonKmolecularKdynamicsK
simulationsYYKRSCbAdvancesWK2018WKgWK]bhhfX]c[[g 3.7 7

256
}acrophageKmigrationKinhibitoryKfactorKS}xuTKinhibitorWKZXdh[KsuppressesKcartilageKdestructionKinK
adjuvantXinducedKarthritisKviaKinhibitionKofKmacrophageKinflammatoryKactivationYK
ImmunopharmacologybandbImmunotoxicologyWK2018WKc[WK]chX]df

3.2 7

255 qenchmarkKβtudyKqasedKonKa–axKtoKvainKxnsightsKintoKtheKsiscoveryKofKβmallX}oleculeK––xK
xnhibitorsYKJournalbofbPhysicalbChemistrybBWK2018WK]aaWKadccXaddd 3.4 11

254 xmportanceKofKproteinKflexibilityKinKmolecularKrecognitioniKaKcaseKstudyKonKγypeXx]ZaKinhibitorsKofK
p{zYKPhysicalbChemistrybChemicalbPhysicsWK2018WKa[WKcgd]Xcgeb 3.6 21

253 yanusKβtructuresKofKγransitionK}etalKsichalcogenidesKasKtheKweterojunctionK–hotocatalystsKforK
WaterKβplittingYKJournalbofbPhysicalbChemistrybCWK2018WK]aaWKb]abXb]ah 3.8 160

252 }onolayerKgraphiticKgermaniumKcarbideKSgXverTiKtheKpromisingKcathodeKcatalystKforKfuelKcellKandK
lithiumâ��oxygenKbatteryKapplicationsYKJournalbofbMaterialsbChemistrybAWK2018WKeWKaa]aXaa]g 13 52

251
pssessingKtheKperformanceKofK}}Z–qβpKandK}}ZvqβpKmethodsYKfYKtntropyKeffectsKonKtheK
performanceKofKendXpointKbindingKfreeKenergyKcalculationKapproachesYKPhysicalbChemistrybChemicalb
PhysicsWK2018WKa[WK]ccd[X]cce[

3.6 149

250 γwoXdimensionalKsiligraphenesKasKcathodeKcatalystsKforKnonaqueousKlithiumXoxygenKbatteriesYK
CarbonWK2018WK]aeWKdg[Xdgf 10.4 31

249 pssessingKtheKperformanceKofK}}Z–qβpKandK}}ZvqβpKmethodsYKgYK–redictingKbindingKfreeK
energiesKandKposesKofKproteinX−‘pKcomplexesYKRnaWK2018WKacWK]]gbX]]hc 5.8 51

248 }olecularKsynamicsKβimulationsK−evealedKtheK−egulationKofK{igandsKtoKtheKxnteractionsKbetweenK
pndrogenK−eceptorKandKxtsKroactivatorYKJournalbofbChemicalbInformationbandbModelingWK2018WKdgWK]edaX]ee]6.1 25

(2018-2019)
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247 siscoveryKofK‘ovelKpndrogenK−eceptorK{igandsKbyKβtructureXbasedKVirtualKβcreeningKandKqioassaysYK
GenomicspbProteomicsbandbBioinformaticsWK2018WK]eWKc]eXcaf 6.5 19

246 ’riginKofKtheKcatalyticKactivityKofKphosphorusKdopedK}oβKforKoxygenKreductionKreactionKS’−−TKinK
alkalineKsolutioniKaKtheoreticalKstudyYKScientificbReportsWK2018WKgWK]baha 4.9 13

245 romprehensiveKassessmentKofKnineKdockingKprogramsKonKtypeKxxKkinaseKinhibitorsiKpredictionK
accuracyKofKsamplingKpowerWKscoringKpowerKandKscreeningKpowerYKBriefingsbinbBioinformaticsWK2018WK 13.4 8

244
βtructureXqasedKsrugKsesignKandKxdentificationKofKw’XβolubleKandK{owKγoxicKwexacyclicK
ramptothecinKserivativesKwithKxmprovedKtfficacyKinKrancerKandK{ethalKxnflammationK}odelsKinK
VivoYKJournalbofbMedicinalbChemistryWK2018WKe]WKge]bXgeac

8.3 19

243 rheminformaticKxnsightKintoKtheKsifferencesKbetweenKγerrestrialKandK}arineK’riginatedK‘aturalK
–roductsYKJournalbofbChemicalbInformationbandbModelingWK2018WKdgWK]]gaX]]hb 6.1 32

242 –eptideXγetheredKwydrogelKβcaffoldK–romotesK−ecoveryKfromKβpinalKrordKγransectionKviaK
βynergismKwithK}esenchymalKβtemKrellsYKACSbAppliedbMaterialsbhamp;bInterfacesWK2017WKhWKbbb[Xbbca 9.5 61

241 ptomisticK’riginsKofKβurfaceKsefectsKinKrw‘w–bqrK–erovskiteKandKγheirKtlectronicKβtructuresYKACSb
NanoWK2017WK]]WKa[e[Xa[ed 16.7 93

240
siscoveryKofK‘ovelKandKβelectiveKpdenosineKpK−eceptorKpntagonistsKforKγreatingK–arkinsonRsK
siseaseKthroughKromparativeKβtructureXqasedKVirtualKβcreeningYKJournalbofbChemicalbInformationb
andbModelingWK2017WKdfWK]cfcX]cgf

6.1 35

239 romparativeKanalysesKofKstructuralKfeaturesKandKscaffoldKdiversityKforKpurchasableKcompoundK
librariesYKJournalbofbCheminformaticsWK2017WKhWKad 8.6 17

238 rontrollingKofKtheKelectronicKpropertiesKofKWβaKandKgrapheneKoxideKheterostructuresKfromK
firstXprinciplesKcalculationsYKJournalbofbMaterialsbChemistrybCWK2017WKdWKa[]Xa[f 7.1 11

237 ps}tγKtvaluationKinKsrugKsiscoveryYK–artK]fiKsevelopmentKofK uantitativeKandK ualitativeK
–redictionK}odelsKforKrhemicalXxnducedK−espiratoryKγoxicityYKMolecularbPharmaceuticsWK2017WK]cWKac[fXaca]5.6 42

236 xmprovingKtheKtfficiencyKofK‘onXequilibriumKβamplingKinKtheKpqueousKtnvironmentKviaK
xmplicitXβolventKβimulationsYKJournalbofbChemicalbTheorybandbComputationWK2017WK]bWK]gafX]gbe 6.4 5

235 txploringKtheK−‘pXboundKandK−‘pXfreeKhumanKprgonauteXaKbyKmolecularKdynamicsKsimulationK
methodYKChemicalbBiologybandbDrugbDesignWK2017WKh[WKfdbXfeb 2.9 4

234 –redictionKofKluciferaseKinhibitorsKbyKtheKhighXperformanceK}xtrXvqsγKapproachKbasedKonK
interactionKenergeticKpatternsYKPhysicalbChemistrybChemicalbPhysicsWK2017WK]hWK][]ebX][]fe 3.6 21

233 γwoXdimensionalKgermaniumKmonochalcogenideKphotocatalystKforKwaterKsplittingKunderK
ultravioletWKvisibleKtoKnearXinfraredKlightYKNanoscaleWK2017WKhWKge[gXge]d 7.7 85

232 }onolayerKgroupKxVpKmonochalcogenidesKasKpotentialKandKefficientKcatalystsKforKtheKoxygenK
reductionKreactionKfromKfirstXprinciplesKcalculationsYKJournalbofbMaterialsbChemistrybAWK2017WKdWK]fbcX]fc]13 37

231 pKnovelKmetalXfreeKtwoXdimensionalKmaterialKforKphotocatalyticKwaterKsplittingKâ��KphosphorusK
nitrideKS˛‡X–‘TYKRSCbAdvancesWK2017WKfWKd[abhXd[acd 3.7 22

230 ps}tγKtvaluationKinKsrugKsiscoveryYK]gYK−eliableK–redictionKofKrhemicalXxnducedKUrinaryKγractK
γoxicityKbyKqoostingK}achineK{earningKppproachesYKMolecularbPharmaceuticsWK2017WK]cWKbhbdXbhdb 5.6 46
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229 wawk−ankiKaKnewKscoringKfunctionKforKproteinXproteinKdockingKbasedKonKweightedKenergyKtermsYK
JournalbofbCheminformaticsWK2017WKhWKee 8.6 31

228 wowKsoesKtheK{ggc–K}utationKronferK−esistanceKtoKγypeXxxKxnhibitorsKofKypzaKzinaseiKpK
romprehensiveK}olecularK}odelingKβtudyYKScientificbReportsWK2017WKfWKh[gg 4.9 15

227 γwoXdimensionalKporousKpolyphthalocyanineKS––cTKasKanKefficientKgasXseparationKmembraneKforK
ammoniaKsynthesisYKCurrentbAppliedbPhysicsWK2017WK]fWK]fedX]ff[ 2.6 4

226 siscoveryKofKaK−’rzKinhibitorWKu–‘sWKwhichKpreventsKcerebralKhemorrhageKthroughKmaintainingK
vascularKintegrityKbyKinterferenceKwithKVtXcadherinYKCellbDeathbDiscoveryWK2017WKbWK]f[d] 6.9 12

225 pggregatedKβingleXWalledKrarbonK‘anotubesKpbsorbKandKseformKsopamineX−elatedK–roteinsK
qasedKonK}olecularKsynamicsKβimulationsYKACSbAppliedbMaterialsbhamp;bInterfacesWK2017WKhWKbacdaXbacea9.5 16

224
rharacterizingKsrugXγargetK−esidenceKγimeKwithK}etadynamicsiKwowKγoKpchieveKsissociationK−ateK
tfficientlyKwithoutK{osingKpccuracyKagainstKγimeXronsumingKppproachesYKJournalbofbChemicalb
InformationbandbModelingWK2017WKdfWK]ghdX]h[e

6.1 28

223
rombatingKsrugX−esistantK}utantsKofKpnaplasticK{ymphomaKzinaseKwithK–otentKandKβelectiveK
γypeXxKxnhibitorsKbyKβtabilizingKUniqueKsuvXβhiftedK{oopKronformationYKACSbCentralbScienceWK2017WK
bWK]a[gX]aa[

16.8 30

222 }onolayerKgermaniumKmonochalcogenidesKSveβZveβeTKasKcathodeKcatalystsKinKnonaqueousK{iX’K
batteriesYKPhysicalbChemistrybChemicalbPhysicsWK2017WK]hWKa[cdfXa[cea 3.6 30

221 γheoreticalKinvestigationsKonKnovelKβirdKsiligrapheneKasKgasKsensorKforKairKpollutantsYKCarbonWK2017WK
]]bWK]]cX]a] 10.4 48

220
βtructuralKsiversityKofK{igandXqindingKpndrogenK−eceptorsK−evealedKbyK}icrosecondK{ongK
}olecularKsynamicsKβimulationsKandKtnhancedKβamplingYKJournalbofbChemicalbTheorybandb
ComputationWK2016WK]aWKce]]Xh

6.4 39

219
xnhibitionKofKmacrophageKmigrationKinhibitoryKfactorKS}xuTKtautomeraseKactivityKsuppressesK
microgliaXmediatedKinflammatoryKresponsesYKClinicalbandbExperimentalbPharmacologybandbPhysiology
WK2016WKcbWK]]bcX]]cc

3 20

218 xnKβilicoKtxplorationKforK‘ovelKγypeXxKxnhibitorsKofKγieXaZγtziKγheK–erformanceKofKsifferentK
βelectionKβtrategyKinKβelectingKVirtualKβcreeningKrandidatesYKScientificbReportsWK2016WKeWKbfeag 4.9 3

217 –otentialKppplicationKofK‘ovelKqoronXsopedKvrapheneK‘anoribbonKasK’xygenK−eductionK−eactionK
ratalystYKJournalbofbPhysicalbChemistrybCWK2016WK]a[WK]fcafX]fcbc 3.8 101

216
pssessingKtheKperformanceKofKtheK}}Z–qβpKandK}}ZvqβpKmethodsYKeYKrapabilityKtoKpredictK
proteinXproteinKbindingKfreeKenergiesKandKreXrankKbindingKposesKgeneratedKbyKproteinXproteinK
dockingYKPhysicalbChemistrybChemicalbPhysicsWK2016WK]gWKaa]ahXbh

3.6 246

215 ptomisticKmolecularKdynamicsKsimulationsKofKpγ–XbindingKcassetteKtransportersYKWileyb
InterdisciplinarybReviews:bComputationalbMolecularbScienceWK2016WKeWKaddXaed 7.9 4

214 βtableKandKmetallicKboropheneKnanoribbonsKfromKfirstXprinciplesKcalculationsYKJournalbofbMaterialsb
ChemistrybCWK2016WKcWKebg[Xebgd 7.1 59

213 siscoveryKofKaKnovelK−’rzaKinhibitorKwithKantiXmigrationKeffectsKviaKdockingKandKhighXcontentKdrugK
screeningYKMolecularbBioSystemsWK2016WK]aWKaf]bXa] 9

212 qc[KfullereneKasKaKhighlyKsensitiveKmolecularKdeviceKforK‘wbKdetectionKatKlowKbiasiKaKfirstXprinciplesK
studyYKNanotechnologyWK2016WKafWK[fdd[] 3.4 34

(2016-2017)
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211 qindingKmechanismsKofK]WcXdihydropyridineKderivativesKtoK{XtypeKcalciumKchannelKrav]YaiKaK
molecularKmodelingKstudyYKMolecularbBioSystemsWK2016WK]aWKbfhXh[ 17

210 sirectlyKqindingK−atherKthanKxnducedXuitKsominatedKqindingKpffinityKsifferenceKinKSβTXKandK
S−TXrrizotinibKqoundK}γw]YKJournalbofbChemicalbTheorybandbComputationWK2016WK]aWKgd]Xe[ 6.4 38

209 ps}tγKevaluationKinKdrugKdiscoveryiK]dYKpccurateKpredictionKofKratKoralKacuteKtoxicityKusingK
relevanceKvectorKmachineKandKconsensusKmodelingYKJournalbofbCheminformaticsWK2016WKgWKe 8.6 67

208 βirfKsiligrapheneiKaKnovelKdonorKmaterialKwithKextraordinaryKsunlightKabsorptionYKNanoscaleWK2016WK
gWKehhcXh 7.7 54

207
}olecularKprincipleKofKtheKcyclinXdependentKkinaseKselectivityKofKcXSthiazolXdXylTXaXSphenylaminoTK
pyrimidineXdXcarbonitrileKderivativesKrevealedKbyKmolecularKmodelingKstudiesYKPhysicalbChemistryb
ChemicalbPhysicsWK2016WK]gWKa[bcXce

3.6 17

206 pKnovelKsmallKmoleculeKagentKdisplaysKpotentKantiXmyelomaKactivityKbyKinhibitingKtheKypzaXβγpγbK
signalingKpathwayYKOncotargetWK2016WKfWKhaheXb[g 3.3 19

205 −ecentKpdvancesKinK–roteinX–roteinKsockingYKCurrentbDrugbTargetsWK2016WK]fWK]dgeX]dhc 3 15

204 pbKinitioKphononXcoupledKnonadiabaticKrelaxationKdynamicsKofK[puadSβwT]g]â��KclustersYKPhysicab
StatusbSolidiblBm:bBasicbResearchWK2016WKadbWKcdgXcea 1.3 11

203 ps}tγKtvaluationKinKsrugKsiscoveryYK]eYK–redictingKht−vKqlockersKbyKrombiningK}ultipleK
–harmacophoresKandK}achineK{earningKppproachesYKMolecularbPharmaceuticsWK2016WK]bWKagddXee 5.6 60

202 ronstructingKandKValidatingKwighX–erformanceK}xtrXβV}K}odelsKinKVirtualKβcreeningKforKzinasesiK
pKqetterKWayKforKpctivesKsiscoveryYKScientificbReportsWK2016WKeWKacg]f 4.9 47

201 weptazineXbasedKgraphiticKcarbonKnitrideKasKanKeffectiveKhydrogenKpurificationKmembraneYKRSCb
AdvancesWK2016WKeWKdabffXdabgb 3.7 52

200
romprehensiveKevaluationKofKtenKdockingKprogramsKonKaKdiverseKsetKofKproteinXligandKcomplexesiK
theKpredictionKaccuracyKofKsamplingKpowerKandKscoringKpowerYKPhysicalbChemistrybChemicalbPhysicsWK
2016WK]gWK]ahecXfd

3.6 400

199 rautiKaKtoolKforKbindingKaffinityKpredictionKusingKendXpointKfreeKenergyKmethodsYKBioinformaticsWK
2016WKbaWKaa]eXg 7.2 48

198 rharacterisingKtheKmorphologyKandKefficiencyKofKpolymerKsolarKcellKbyKexperimentsKandKsimulationsYK
MolecularbSimulationWK2016WKcaWKgbeXgcd 2 8

197 txploringKtheKmolecularKbasisKofK−‘pKrecognitionKbyKtheKdimericK−‘pXbindingKproteinKviaKmolecularK
simulationKmethodsYKRNAbBiologyWK2016WK]bWK]]bbX]]cb 4.8 14

196 s‘pX–zcsWKaKnovelKfunctionalKtargetKofKacriflavineWKmediatesKacriflavineRsKpdbXdependentKsynergisticK
antiXtumorKefficiencyKwithKmelphalanYKCancerbLettersWK2016WKbgbWK]]dX]ac 9.9 8

195 {ithiumKintercalationKandKdiffusionKinKγi’aKnanotubesiKaKfirstXprinciplesKinvestigationYKPhysicalb
ChemistrybChemicalbPhysicsWK2016WK]gWKacbf[Xe 3.6 16

194 txploringKresistanceKmechanismsKofKwrVK‘βbZcpKproteaseKmutationsKtoK}zd]faiKinsightKfromK
molecularKdynamicsKsimulationsKandKfreeKenergyKcalculationsYKMolecularbBioSystemsWK2015WK]]WKadegXfg 15
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193 βemiconductingKvrapheneKonKβiliconKfromKuirstX–rinciplesKralculationsYKACSbNanoWK2015WKhWKgdeaXg 16.7 20

192 qc[KfullereneiKpnKefficientKmaterialKforKr’aKcaptureWKstorageKandKseparationYKCurrentbAppliedb
PhysicsWK2015WK]dWK][gcX][gh 2.6 60

191 −evealingKtheKfavorableKdissociationKpathwayKofKtypeKxxKkinaseKinhibitorsKviaKenhancedKsamplingK
simulationsKandKtwoXendXstateKcalculationsYKScientificbReportsWK2015WKdWKgcdf 4.9 59

190 qandKgapKmodulationKofKβiXrKbinaryKcoreZshellKnanowiresKbyKcompositionKandKratioYKNanotechnologyWK
2015WKaeWKafda[] 3.4 1

189 }olybdenumKdisulfideKasKaKhighlyKefficientKadsorbentKforKnonXpolarKgasesYKPhysicalbChemistryb
ChemicalbPhysicsWK2015WK]fWK]]f[[Xc 3.6 58

188 pdsorptionKofKmetalKadatomKonKnanographeneiKromputationalKinvestigationsYKCarbonWK2015WKghWKachXadh10.4 21

187 ‘ewKγiXdecoratedKqc[KfullereneKasKaKpromisingKhydrogenKstorageKmaterialYKScientificbReportsWK2015WK
dWKhhda 4.9 67

186 –redictionKofKhumanKclearanceKbasedKonKanimalKdataKandKmolecularKpropertiesYKChemicalbBiologyb
andbDrugbDesignWK2015WKgeWKhh[Xf 2.9 11

185 siscoveryKofKselectiveKphosphatidylinositolKbXkinaseKinhibitorsKtoKtreatKhematologicalKmalignanciesYK
DrugbDiscoverybTodayWK2015WKa[WKhggXhc 8.8 31

184 siscoveryKofKaKnovelKneuroprotectantWKqws–rWKthatKprotectsKagainstK}––VZ}–γ–XinducedKneuronalK
deathKinKmultipleKexperimentalKmodelsYKFreebRadicalbBiologybandbMedicineWK2015WKghWK][dfXee 7.8 14

183 }oβaKsupportedKsingleKplatinumKatomsKandKtheirKsuperiorKcatalyticKactivityKforKr’KoxidationiKaK
densityKfunctionalKtheoryKstudyYKJournalbofbMaterialsbChemistrybAWK2015WKbWKab]]bXab]]h 13 43

182 γheKpredictionKofKtheKmorphologyKandK–rtKofKsmallKmolecularKorganicKsolarKcellsYKRSCbAdvancesWK
2015WKdWKf[hbhXf[hcg 3.7 8

181 βtructureXpctivityK−elationshipsKandKpntiXinflammatoryKpctivitiesKofK‘XrarbamothioylformamideK
pnaloguesKasK}xuKγautomeraseKxnhibitorsYKJournalbofbChemicalbInformationbandbModelingWK2015WKddWK]hhcXa[[c6.1 5

180 βtructuralKstabilityKandK’aKdissociationKonKnitrogenXdopedKgrapheneKwithKtransitionKmetalKatomsK
embeddediKpKfirstXprinciplesKstudyYKAIPbAdvancesWK2015WKdWK[ef]be 1.5 26

179 γheoreticalKinvestigationsKonKβiraKsiligrapheneKasKpromisingKmetalXfreeKcatalystKforKoxygenK
reductionKreactionYKJournalbofbPowerbSourcesWK2015WKahhWKbf]Xbfh 8.9 50

178
pbsorptionWKsistributionWK}etabolismWKtxcretionWKandKγoxicityKtvaluationKinKsrugKsiscoveryYK]cYK
–redictionKofKwumanK–regnaneKXK−eceptorKpctivatorsKbyKUsingK‘aiveKqayesianKrlassificationK
γechniqueYKChemicalbResearchbinbToxicologyWK2015WKagWK]]eXad

4 22

177 txploringKtheKbindingKmechanismsKofK}xuKtoKrXr−aKusingKtheoreticalKapproachesYKPhysicalb
ChemistrybChemicalbPhysicsWK2015WK]fWKbbf[Xga 3.6 19

176 uarnesyltransferaseKandKgeranylgeranyltransferaseKxiKstructuresWKmechanismWKinhibitorsKandK
molecularKmodelingYKDrugbDiscoverybTodayWK2015WKa[WKaefXfe 8.8 40

(2015-2015)
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175 γheKmechanismKofKprotonKtranslocationKinKrespiratoryKcomplexKxKfromKmolecularKdynamicsYKJournalb
ofbReceptorbandbSignalbTransductionbResearchWK2015WKbdWK]f[Xh 2.6 10

174 romputationalKβimulationKofKxnorganicK‘anoparticleKsrugKseliveryKβystemsKatKtheK}olecularK{evelK
2015WK]chX]eg 1

173 }orphologyKandK–erformanceKofK–olymerKβolarKrellKrharacterizedKbyKs–sKβimulationKandKvraphK
γheoryYKScientificbReportsWK2015WKdWK]egdc 4.9 49

172 siscoveryKofK‘ovelK−’rz]KxnhibitorsKviaKxntegratedKVirtualKβcreeningKβtrategyKandKqioassaysYK
ScientificbReportsWK2015WKdWK]efch 4.9 25

171 WhenKmodernKtechnologyKmeetsKancientKtraditionalKchineseKmedicineYKEvidencerbasedb
ComplementarybandbAlternativebMedicineWK2015WKa[]dWK]dedg] 2.3 3

170 UsingKwierarchicalKVirtualKβcreeningKγoKrombatKsrugK−esistanceKofKtheKwxVX]K–roteaseYKJournalbofb
ChemicalbInformationbandbModelingWK2015WKddWK]c[[X]a 6.1 14

169 xnduceKmagnetismKintoKsiliceneKbyKembeddingKtransitionXmetalKatomsYKAppliedbPhysicsbLettersWK2015WK
][eWKaaac[] 3.4 21

168 βtructuralKstabilityKandKbandKgapKtunabilityKofKsingleXsideKhydrogenatedKgrapheneKfromK
firstXprinciplesKcalculationsYKJournalbofbMaterialsbChemistrybCWK2015WKbWKbecdXbech 7.1 20

167
xdentificationKandK–reliminaryKβp−KpnalysisKofK‘ovelKγypeXxKxnhibitorsKofKγxtXaKviaKβtructureXqasedK
VirtualKβcreeningKandKqiologicalKtvaluationKinKinKvitroK}odelsYKJournalbofbChemicalbInformationbandb
ModelingWK2015WKddWKaehbXf[c

6.1 8

166 γwoXsimensionalK}n’aKasKaKqetterKrathodeK}aterialKforK{ithiumKxonKqatteriesYKJournalbofbPhysicalb
ChemistrybCWK2015WK]]hWKagfgbXagfgg 3.8 75

165 γheKapplicationKofKinKsilicoKdrugXlikenessKpredictionsKinKpharmaceuticalKresearchYKAdvancedbDrugb
DeliverybReviewsWK2015WKgeWKaX][ 18.5 190

164 xmportanceKofKproteinKflexibilityKinKrankingKinhibitorKaffinitiesiKmodelingKtheKbindingKmechanismsKofK
piperidineKcarboxamidesKasKγypeKx]ZaKp{zKinhibitorsYKPhysicalbChemistrybChemicalbPhysicsWK2015WK]fWKe[hgX]]b3.6 41

163 sesignWKsynthesisWKandKbiologicalKevaluationKofKnovelKaXmethylpiperazineKderivativesKasKpotentKrr−dK
antagonistsYKBioorganicbandbMedicinalbChemistryWK2015WKabWK]]dfXeg 3.4 7

162 pdvancesKinKcomputationallyKmodelingKhumanKoralKbioavailabilityYKAdvancedbDrugbDeliverybReviewsWK
2015WKgeWK]]Xe 18.5 27

161 pKnovelK–xbzKinhibitorK–xzXrhgKdisplaysKpotentKpreclinicalKactivityKagainstKmultipleKmyelomaYK
OncotargetWK2015WKeWK]gdXhd 3.3 16

160 –athwayXdependentKinhibitionKofKpaclitaxelKhydroxylationKbyKkinaseKinhibitorsKandKassessmentKofK
drugXdrugKinteractionKpotentialsYKDrugbMetabolismbandbDispositionWK2014WKcaWKfgaXhd 4 21

159 ps}tγKevaluationKinKdrugKdiscoveryYK]bYKsevelopmentKofKinKsilicoKpredictionKmodelsKforK
–XglycoproteinKsubstratesYKMolecularbPharmaceuticsWK2014WK]]WKf]eXae 5.6 70

158 βynthesisKandKantiproliferativeKevaluationKofKaXhydroxylatedKStTXstilbenesYKBioorganicbandbMedicinalb
ChemistrybLettersWK2014WKacWKdcf[Xa 2.9 19
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157 txploringKtheKprominentKperformanceKofKrXXchcdKderivativesKasKproteinKkinaseKrzaKinhibitorsKbyKaK
combinedKcomputationalKstudyYKMolecularbBioSystemsWK2014WK][WK]]heXa][ 9

156
siscoveryKofKaKbenzofuranKderivativeKS}q–γpTKasKaKnovelK−’rzKinhibitorKthatKprotectsKagainstK
}––VXinducedKoxidativeKstressKandKcellKdeathKinKβwXβYdYKcellsYKFreebRadicalbBiologybandbMedicineWK
2014WKfcWKagbXhb

7.8 27

155
pssessingKtheKperformanceKofK}}Z–qβpKandK}}ZvqβpKmethodsYKcYKpccuraciesKofK}}Z–qβpKandK
}}ZvqβpKmethodologiesKevaluatedKbyKvariousKsimulationKprotocolsKusingK–sqbindKdataKsetYK
PhysicalbChemistrybChemicalbPhysicsWK2014WK]eWK]ef]hXah

3.6 426

154
pssessingKtheKperformanceKofK}}Z–qβpKandK}}ZvqβpKmethodsYKdYKxmprovedKdockingK
performanceKusingKhighKsoluteKdielectricKconstantK}}ZvqβpKandK}}Z–qβpKrescoringYKPhysicalb
ChemistrybChemicalbPhysicsWK2014WK]eWKaa[bdXcd

3.6 322

153 siscoveryKofKnovelKinhibitorsKtargetingKtheKmacrophageKmigrationKinhibitoryKfactorKviaK
structureXbasedKvirtualKscreeningKandKbioassaysYKJournalbofbMedicinalbChemistryWK2014WKdfWKbfbfXcd 8.3 61

152 uastKtnergyK−elaxationKbyKγrapKβtatesKsecreasesKtlectronK}obilityKinKγi’aK‘anotubesiK
γimeXsomainKpbKxnitioKpnalysisYKJournalbofbPhysicalbChemistrybLettersWK2014WKdWK]ecaXf 6.4 24

151 pssessingKanKensembleKdockingXbasedKvirtualKscreeningKstrategyKforKkinaseKtargetsKbyKconsideringK
proteinKflexibilityYKJournalbofbChemicalbInformationbandbModelingWK2014WKdcWKaeecXfh 6.1 79

150 uindingKchemicalKdrugsKforKgeneticKdiseasesYKDrugbDiscoverybTodayWK2014WK]hWK]gbeXc[ 8.8 19

149 }echanismKofKgrapheneKoxideKasKanKenzymeKinhibitorKfromKmolecularKdynamicsKsimulationsYKACSb
AppliedbMaterialsbhamp;bInterfacesWK2014WKeWKf]dbXeb 9.5 79

148 γheoreticalKstudiesKonKbetaKandKdeltaKisoformXspecificKbindingKmechanismsKofKphosphoinositideK
bXkinaseKinhibitorsYKMolecularbBioSystemsWK2014WK][WKcdcXee 16

147 γheKselectiveKinteractionKbetweenKsilicaKnanoparticlesKandKenzymesKfromKmolecularKdynamicsK
simulationsYKPLoSbONEWK2014WKhWKe][fehe 3.7 24

146 –XloopKconformationKgovernedKcrizotinibKresistanceKinKva[ba−XmutatedK−’β]KtyrosineKkinaseiKcluesK
fromKfreeKenergyKlandscapeYKPLoSbComputationalbBiologyWK2014WK][WKe][[bfah 5 77

145 xmprovingKtheKalkalineKstabilityKofKimidazoliumKcationsKbyKsubstitutionYKChemPhysChemWK2014WK]dWKb[[eX]c3.2 32

144 }’−γiKaKpowerfulKfoundationalKlibraryKforKcomputationalKbiologyKandKrpssYKJournalbofb
CheminformaticsWK2014WKeWK 8.6 78

143 γheKcompetitiveKbindingKbetweenKinhibitorsKandKsubstratesKofKwrVK‘βbZcpKproteaseiKaKgeneralK
mechanismKofKdrugKresistanceYKAntiviralbResearchWK2014WK][bWKe[Xf[ 10.8 26

142 pKvirtualKscreenKidentifiedKrheKasKaKnovelKinhibitorKofKphosphatidylinositolKbXkinaseKthatKdisplaysK
potentKpreclinicalKactivityKagainstKmultipleKmyelomaKinKvitroKandKinKvivoYKOncotargetWK2014WKdWKbgbeXcg 3.3 13

141 γargetingKtheKphosphatidylinositolKbXkinaseZpzγKpathwayKforKtheKtreatmentKofKmultipleKmyelomaYK
CurrentbMedicinalbChemistryWK2014WKa]WKb]fbXgf 4.3 31

140 pK‘ovelK–xbzKxnhibitorKxdentifiedKqyKaKwighKγhroughputKVirtualKβcreenKsisplaysK–otentKpctivityK
pgainstK}ultipleK}yelomaYKBloodWK2014WK]acWKcfaaXcfaa 2.2

(2014-2014)
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139
srugXlikenessKanalysisKofKtraditionalKrhineseKmedicinesiKaYKrharacterizationKofKscaffoldK
architecturesKforKdrugXlikeKcompoundsWKnonXdrugXlikeKcompoundsWKandKnaturalKcompoundsKfromK
traditionalKrhineseKmedicinesYKJournalbofbCheminformaticsWK2013WKdWKd

8.6 23

138 uirstX–rinciplesKβtudyKonK}igrationKandKroalescenceKofK–ointKsefectsKinK}onolayerKvrapheneYK
JournalbofbPhysicalbChemistrybCWK2013WK]]fWK]f[eeX]f[fa 3.8 28

137 pssessingKtheKperformanceKofK}}Z–qβpKandK}}ZvqβpKmethodsYKbYKγheKimpactKofKforceKfieldsKandK
ligandKchargeKmodelsYKJournalbofbPhysicalbChemistrybBWK2013WK]]fWKgc[gXa] 3.4 334

136 βtructuralKbasisKofKtheKinteractionsKbetweenKrXr−cKandKrXr{]aZβsuX]KrevealedKbyKtheoreticalK
approachesYKMolecularbBioSystemsWK2013WKhWKa][fX]f 36

135 γransportKofKnucleosidesKinKtheKvcr‘γKfacilitatedKbyKsodiumKgradientsKfromKmolecularKdynamicsK
simulationsYKMolecularbBioSystemsWK2013WKhWKa]caXdb 3

134 sockingKandK}sKstudyKofKhistamineKwc−KbasedKonKtheKcrystalKstructureKofKw]−YKJournalbofbMolecularb
GraphicsbandbModellingWK2013WKbhWK]X]a 2.8 19

133 xnsightKintoKcrizotinibKresistanceKmechanismsKcausedKbyKthreeKmutationsKinKp{zKtyrosineKkinaseK
usingKfreeKenergyKcalculationKapproachesYKJournalbofbChemicalbInformationbandbModelingWK2013WKdbWKabfeXgh6.1 75
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