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h Paper IF Citations

330 —arameterizationGofGaGqioxygenGoindingGzetalGéiteG−singGtheGzp—oUpyG—rogramUGMethodseine
MoleculareBiologySG2021SGZXeeSGZacTZca 1.4

329 —arametrizationGofGörivalentGandGöetravalentGzetalGvonsGforGtheG–—p[SG–—pSGöv—[—TsoSGandGöv—]—TsoG
βaterGzodelsUGJournaleofeChemicaleTheoryeandeComputationSG2021SGXcSGZ[]ZTZ[a] 6.4 10

328 –penTéourceGzultiTt—−TncceleratedGQzVzzGéimulationsGwithGnzorRGandGQ−vpxUGJournaleofe
ChemicaleInformationeandeModelingSG2021SGbXSGZXWeTZXXa 6.1 3

327 QuantumGphemistryGpalculationsGforGzetabolomicsUGChemicaleReviewsSG2021SGXZXSGab[[TabcW 68.1 18

326 uarnessingGtheG—owerGofGzultiTt—−GnccelerationGintoGtheGQuantumGvnteractionGpomputationalG
xernelG—rogramUGJournaleofeChemicaleTheoryeandeComputationSG2021SGXcSG[eaaT[ebb 6.4 2

325 —arameterizationGofGzonovalentGvonsGforGtheG–—p[SG–—pSGöv—[—TsoSGandGöv—]—TsoGβaterGzodelsUG
JournaleofeChemicaleInformationeandeModelingSG2021SGbXSGdbeTddW 6.1 19

324 nutotraphfGnutonomousGtraphToasedGplusteringGofGémallTzoleculeGponformationsUGJournaleofe
ChemicaleInformationeandeModelingSG2021SGbXSGXb]cTXbab 6.1 1

323 sormationGofGtheGzetalToindingGporeGofGtheGZRöVvRöTlikeG—roteinGOZv—PGsamilyGZincGöransporterUG
BiochemistrySG2021SGbWSGZcZcTZc[d 3.2 2

322 ssr†p–qrRT—yfG—airGβiseGrnergyGqescriptorsGforG—roteinTyigandG—oseGéelectionUGJournaleofe
ChemicaleTheoryeandeComputationSG2021SGXcSGbb]cTbbac 6.4 0

321 nGcriticalGoverviewGofGcomputationalGapproachesGemployedGforGp–VvqTXeGdrugGdiscoveryUGChemicale
SocietyeReviewsSG2021SGaWSGeXZXTeXaX 58.5 36

320 RefinementGofGpairwiseGpotentialsGviaGlogisticGregressionGtoGscoreGproteinTproteinGinteractionsUG
Proteins:eStructureseFunctioneandeBioinformaticsSG2020SGddSGXaaeTXabd 4.2 1

319 ponfrontingGRacismGinGphemistryGwournalsUGACSeAppliedeNanoeMaterialsSG2020SG[SGbX[XTbX[[ 5.6

318 ponfrontingGRacismGinGphemistryGwournalsUGACSeAppliedePolymereMaterialsSG2020SGZSGZ]ebTZ]ed 4.3

317 éystematicG—arametrizationGofGqivalentGzetalGvonsGforGtheG–—p[SG–—pSGöv—[—TsoSGandGöv—]—TsoG
βaterGzodelsUGJournaleofeChemicaleTheoryeandeComputationSG2020SGXbSG]]ZeT]]]Z 6.4 18

316 ValidationGofGsreeGrnergyGzethodsGinGnzorRUGJournaleofeChemicaleInformationeandeModelingSG2020SG
bWSGaZebTa[WW 6.1 7

315 —arallelGvmplementationGofGqensityGsunctionalGöheoryGzethodsGinGtheGQuantumGvnteractionG
pomputationalGxernelG—rogramUGJournaleofeChemicaleTheoryeandeComputationSG2020SGXbSG][XaT][Zb 6.4 10

314 ponfrontingGRacismGinGphemistryGwournalsUGOrganometallicsSG2020SG[eSGZ[[XTZ[[[ 3.8
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313 öhermodynamicsGofGöransitionGzetalGvonGoindingGtoG—roteinsUGJournaleofetheeAmericaneChemicale
SocietySG2020SGX]ZSGb[baTb[c] 16.4 13

312 zetaboliteGétructureGnssignmentG−singGvnGéilicoG†zRGöechniquesUGAnalyticaleChemistrySG2020SGeZSGXW]XZTXW]Xe7.8 7

311 —airG—otentialsGasGzachineGyearningGseaturesUGJournaleofeChemicaleTheoryeandeComputationSG2020SG
XbSGa[daTa]WW 6.4 1

310 −pdateGtoG–urGReaderSGReviewerSGandGnuthorGpommunitiesâ��nprilGZWZWUGEnergyemamp;eFuelsSG2020SG
[]SGaXWcTaXWd 4.1

309 vmpactGofGtheGépecialGvssueGonGβomenGinGpomputationalGphemistryUGJournaleofeChemicaleInformatione
andeModelingSG2020SGbWSG[[ZdT[[[W 6.1 2

308 −pdateGtoG–urGReaderSGReviewerSGandGnuthorGpommunitiesâ��nprilGZWZWUGOrganometallicsSG2020SG[eSGXbbaTXbbb3.8

307 ponfrontingGRacismGinGphemistryGwournalsUGJournaleofeChemicaleHealtheandeSafetySG2020SGZcSGXedTZWW 1.7

306 ponvergingGvnterestsfGphemoinformaticsSGuistorySGandGoibliometricsUGJournaleofeChemicale
InformationeandeModelingSG2020SGbWSGadcWTadcZ 6.1 1

305 zR—UpyfGnG—arametrizerGofG—ostTöranslationallyGzodifiedGResiduesUGJournaleofeChemicaleInformatione
andeModelingSG2020SGbWSG]]Z]T]]Zd 6.1 1

304 ReaxssVnzorRTnGsrameworkGforGuybridGReactiveV†onreactiveGsorceGsieldGzolecularGqynamicsG
éimulationsUGJournaleofeChemicaleTheoryeandeComputationSG2020SGXbSGcb]aTcba] 6.4 5

303 ReceptorTyigandGoindingGsreeGrnergiesGfromGaGponsecutiveGuistogramsGzonteGparloGéamplingG
zethodUGJournaleofeChemicaleTheoryeandeComputationSG2020SGXbSGbb]aTbbaa 6.4 1

302 rvolutionGofGnlchemicalGsreeGrnergyGzethodsGinGqrugGqiscoveryUGJournaleofeChemicaleInformatione
andeModelingSG2020SGbWSGa[WdTa[Xd 6.1 24

301 RandomGsorestGRefinementGofG—airwiseG—otentialsGforG—roteinTyigandGqecoyGqetectionUGJournaleofe
ChemicaleInformationeandeModelingSG2019SGaeSG[[WaT[[Xa 6.1 11

300 −singGnzorRXdGforGRelativeGsreeGrnergyGpalculationsUGJournaleofeChemicaleInformationeande
ModelingSG2019SGaeSG[XZdT[X[a 6.1 62

299 RandomGsorestGRefinementGofGtheGxrpénZGxnowledgeToasedGécoringGsunctionGforG—roteinGqecoyG
qetectionUGJournaleofeChemicaleInformationeandeModelingSG2019SGaeSGXeXeTXeZe 6.1 9

298 sreeTrnergyToasedG—roteinGqesignfGReTrngineeringGpellularGRetinoicGncidGoindingG—roteinGvvGnssistedG
byGtheGzoveableTöypeGnpproachUGJournaleofetheeAmericaneChemicaleSocietySG2018SGX]WSG[]d[T[]db 16.4 2

297 QuantumGprystallographyfGpurrentGqevelopmentsGandGsutureG—erspectivesUGChemistryeteAeEuropeane
JournalSG2018SGZ]SGXWddXTXWeWa 4.8 77

296 öheGRoleGofGtheGnctiveGéiteGslapGinGétreptavidinVoiotinGpomplexGsormationUGJournaleofetheeAmericane
ChemicaleSocietySG2018SGX]WSGa][]Ta]]b 16.4 12

(2018-2020)
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295 srontispiecefGQuantumGprystallographyfGpurrentGqevelopmentsGandGsutureG—erspectivesUGChemistrye
teAeEuropeaneJournalSG2018SGZ]SG 4.8 1

294 qetailedGpotentialGofGmeanGforceGstudiesGonGhostTguestGsystemsGfromGtheGénz—ybGchallengeUG
JournaleofeComputertAidedeMoleculareDesignSG2018SG[ZSGXWX[TXWZb 4.2 11

293 rxtendedGZincGnzorRGsorceGsieldGOrZnssPUGJournaleofeChemicaleTheoryeandeComputationSG2018SGX]SGZ]ZTZa]6.4 20

292 örappingGintermediatesGinGmetalGtransferGreactionsGofGtheGpusponsGexportGpumpGofUG
CommunicationseBiologySG2018SGXSGXeZ 6.7 10

291 éimulatingGtheGphelateGrffectUGJournaleofetheeAmericaneChemicaleSocietySG2018SGX]WSGXaXbbTXaXbe 16.4 18

290 tenerationGofG—airwiseG—otentialsG−singGzultidimensionalGqataGziningUGJournaleofeChemicaleTheorye
andeComputationSG2018SGX]SGaW]aTaWbc 6.4 8

289 −singGyigandTvnducedG—roteinGphemicalGéhiftG—erturbationsGöoGqetermineG—roteinTyigandG
étructuresUGBiochemistrySG2017SGabSGZ[]eTZ[bZ 3.2 18

288 zechanismGofGsormationGofGtheG†onstandardG—roductGinGtheG—renyltransferaseGReactionGofGtheG
tXXaöGzutantGofGstm—öXfGnGpaseGofGReactionGqynamicsGpallingGtheGéhotslUGBiochemistrySG2017SGabSGZeeaT[WWc3.2 2

287 zetalGvonGzodelingG−singGplassicalGzechanicsUGChemicaleReviewsSG2017SGXXcSGXab]TXbdb 68.1 189

286 öheGoiosragmentGqatabaseGOosqbPfGnnGopenTdataGplatformGforGcomputationalGchemistryGanalysisGofG
noncovalentGinteractionsUGJournaleofeChemicalePhysicsSG2017SGX]cSGXbXcZc 3.9 57

285 –nGtheGflyGestimationGofGhostTguestGbindingGfreeGenergiesGusingGtheGmovableGtypeGmethodfG
participationGinGtheGénz—yaGblindGchallengeUGJournaleofeComputertAidedeMoleculareDesignSG2017SG[XSG]cTbW4.2 9

284 öheGRoleGofGzolecularGqynamicsG—otentialGofGzeanGsorceGpalculationsGinGtheGvnvestigationGofG
rnzymeGpatalysisUGMethodseineEnzymologySG2016SGaccSGXTZe 1.7 5

283 zp—oUpyfGnG—ythonGoasedGzetalGpenterG—arameterGouilderUGJournaleofeChemicaleInformationeande
ModelingSG2016SGabSGaeeTbW] 6.1 237

282 zetalGvonGpaptureGzechanismGofGaGpopperGzetallochaperoneUGBiochemistrySG2016SGaaSGaWXTe 3.2 6

281 vncorporationGofGsideGchainGflexibilityGintoGproteinGbindingGpocketsGusingGzöUGBioorganiceande
MedicinaleChemistrySG2016SGZ]SG]ecdT]edc 3.4 4

280 nccelerationGofGuighGnngularGzomentumGrlectronGRepulsionGvntegralsGandGvntegralGqerivativesGonG
traphicsG—rocessingG−nitsUGJournaleofeChemicaleTheoryeandeComputationSG2015SGXXSGX]]eTbZ 6.4 16

279 zodelsGforGtheGzetalGöransferGpomplexGofGtheG†TöerminalGRegionGofGpusoGandGpussUGBiochemistrySG
2015SGa]SG]ZZbT[a 3.2 8

278 rffectGofGXWUaGzGnqueousG−reaGonGuelicobacterGpyloriG−reasefGnGzolecularGqynamicsGétudyUG
BiochemistrySG2015SGa]SG]XZXT[W 3.2 6
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277 vntermolecularGinteractionGofGthiosemicarbazoneGderivativesGtoGsolventsGandGaGpotentialGnedesG
aegyptiGtargetUGJournaleofeMoleculareStructureSG2015SGXWe[SGZXeTZZc 3.4 5

276 vmplementationGofG—rotocolsGöoGrnableGqoctoralGörainingGinG—hysicalGandGpomputationalGphemistryG
ofGaGolindGtraduateGétudentUGJournaleofeChemicaleEducationSG2015SGeZSGXZdWTXZd[ 2.4 7

275 sreeGrnergyToasedGponformationalGéearchGnlgorithmG−singGtheGzovableGöypeGéamplingGzethodUG
JournaleofeChemicaleTheoryeandeComputationSG2015SGXXSGada[Tb] 6.4 12

274 —arameterizationGofGhighlyGchargedGmetalGionsGusingGtheGXZTbT]GywTtypeGnonbondedGmodelGinG
explicitGwaterUGJournaleofePhysicaleChemistryeBSG2015SGXXeSGdd[Tea 3.4 150

273 †TöerminalGqomainGofGtheGpuOvPToindingG—roteinGpusoG2015SGXTd

272 öhiosemicarbazonesGasGnedesGaegyptiGlarvicidalUGEuropeaneJournaleofeMedicinaleChemistrySG2015SG
XWWSGXbZTca 6.8 25

271 RoleGofGsubstrateGdynamicsGinGproteinGprenylationGreactionsUGAccountseofeChemicaleResearchSG2015SG
]dSG][eT]d 24.3 10

270 xrpénTzovableGöypeGvmplicitGéolvationGzodelGOxzövézPUGJournaleofeChemicaleTheoryeande
ComputationSG2015SGXXSGbbcTdZ 6.4 16

269 ReductionGofGureaseGactivityGbyGinteractionGwithGtheGflapGcoveringGtheGactiveGsiteUGJournaleofe
ChemicaleInformationeandeModelingSG2015SGaaSG[a]TbX 6.1 20

268 éystematicG—arameterizationGofGzonovalentGvonsGrmployingGtheG†onbondedGzodelUGJournaleofe
ChemicaleTheoryeandeComputationSG2015SGXXSGXb]aTac 6.4 195

267 ndenineGformationGwithoutGup†UGJournaleofePhysicaleChemistryeASG2014SGXXdSG[b[cT]] 2.8 15

266 öakingGintoGnccountGtheGvonTinducedGqipoleGvnteractionGinGtheG†onbondedGzodelGofGvonsUGJournaleofe
ChemicaleTheoryeandeComputationSG2014SGXWSGZdeTZec 6.4 201

265
zechanisticGinsightsGintoGzgZRTindependentGprenylationGbyGploQGfromGclassicalGmolecularG
mechanicsGandGhybridGquantumGmechanicsVmolecularGmechanicsGmolecularGdynamicsGsimulationsUG
BiochemistrySG2014SGa[SGaW[]T]X

3.2 8

264 oringingGplarityGtoGtheG—redictionGofG—roteinTyigandGoindingGsreeGrnergiesGviaGIolurringIUGJournaleofe
ChemicaleTheoryeandeComputationSG2014SGXWSGX[X]TX[Za 6.4 15

263 –riginGofGproductGselectivityGinGaGprenylGtransferGreactionGfromGtheGsameGintermediatefGexplorationG
ofGmultipleGstm—öXTcatalyzedGprenylGtransferGpathwaysUGBiochemistrySG2014SGa[SGbXZbT[d 3.2 6

262 sragmentTbasedGerrorGestimationGinGbiomolecularGmodelingUGDrugeDiscoveryeTodaySG2014SGXeSG]aTaW 8.8 4

261 zolecularGqynamicsGétudyGofG−reaseUGJournaleofeChemicaleTheoryeandeComputationSG2014SGXWSGXdaZTXdbZ 6.4 21

260 −singGquantumGmechanicalGapproachesGtoGstudyGbiologicalGsystemsUGAccountseofeChemicaleResearchSG
2014SG]cSGZdW]TXX 24.3 68

(2014-2015)
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259 étudyingGallostericGregulationGinGmetalGsensorGproteinsGusingGcomputationalGmethodsUGAdvanceseine
ProteineChemistryeandeStructuraleBiologySG2014SGebSGXdXTZXd 5.3 6

258
nccurateGmacromolecularGcrystallographicGrefinementfGincorporationGofGtheGlinearGscalingSG
semiempiricalGquantumTmechanicsGprogramGqivponGintoGtheG—ur†vπGrefinementGpackageUGActae
CrystallographicaeSectioneD:eBiologicaleCrystallographySG2014SGcWSGXZ[[T]c

40

257 éolutionG†zRGrefinementGofGaGmetalGionGboundGproteinGusingGmetalGionGinclusiveGrestrainedG
molecularGdynamicsGmethodsUGJournaleofeBiomoleculareNMRSG2013SGabSGXZaT[c 3 19

256 pomputerTaidedGqrugGqesignfG−singG†umbersGtoGyourGndvantageUGACSeMedicinaleChemistryeLettersSG
2013SG]SG 4.3 11

255 étructureGandGdynamicsGofGtheG†TterminalGdomainGofGtheGpuOvPGbindingGproteinGpusoUGBiochemistrySG
2013SGaZSGbeXXTZ[ 3.2 23

254 qevelopmentGofGtheGknowledgeTbasedGandGempiricalGcombinedGscoringGalgorithmGOxrpénPGtoGscoreG
proteinTligandGinteractionsUGJournaleofeChemicaleInformationeandeModelingSG2013SGa[SGXWc[Td[ 6.1 41

253
palculationGofGueatsGofGsormationGforGZnGpomplexesfGpomparisonGofGqensityGsunctionalGöheorySG
éecondG–rderG—erturbationGöheorySGpoupledTplusterGandGpompleteGnctiveGépaceGzethodsUGJournale
ofeChemicaleTheoryeandeComputationSG2013SGeSG

6.4 21

252 QuantumGzechanicalGétudyGofGVicinalGwGépinTépinGpouplingGponstantsGforGtheG—roteinGoackboneUG
JournaleofeChemicaleTheoryeandeComputationSG2013SGeSG]ba[Te 6.4 12

251 nccelerationGofGrlectronGRepulsionGvntegralGrvaluationGonGtraphicsG—rocessingG−nitsGviaG−seGofG
RecurrenceGRelationsUGJournaleofeChemicaleTheoryeandeComputationSG2013SGeSGebaTcb 6.4 40

250 ponformationalGanalysisGandGparallelGQzVzzGπTrayGrefinementGofGproteinGboundGantiTnlzheimerG
drugGdonepezilUGJournaleofeChemicaleTheoryeandeComputationSG2013SGeSGXbdbTXbe[ 6.4 21

249 RationalGqesignGofG—articleGzeshGrwaldGpompatibleGyennardTwonesG—arametersGforGRZGzetalG
pationsGinGrxplicitGéolventUGJournaleofeChemicaleTheoryeandeComputationSG2013SGeSGZc[[TZc]d 6.4 365

248 öheGzovableGöypeGzethodGnppliedGtoG—roteinTyigandGoindingUGJournaleofeChemicaleTheoryeande
ComputationSG2013SGeSGaaZbTaa[d 6.4 24

247 rnergeticsGofGzincTmediatedGinteractionsGinGtheGallostericGpathwaysGofGmetalGsensorGproteinsUG
JournaleofetheeAmericaneChemicaleSocietySG2013SGX[aSG[WT[ 16.4 18

246 QzVzzGrefinementGandGanalysisGofGproteinGboundGretinoicGacidUGJournaleofeComputationaleChemistry
SG2012SG[[SG[WXTXW 3.5 14

245 patalyticGmechanismGofGaromaticGprenylationGbyG†phoUGBiochemistrySG2012SGaXSGZbWbTXd 3.2 28

244 vnsightsGintoGtheGmechanisticGdichotomyGofGtheGproteinGfarnesyltransferaseGpeptideGsubstratesG
pVvzGandGpVyéUGJournaleofetheeAmericaneChemicaleSocietySG2012SGX[]SGdZWT[ 16.4 15

243 βideTopenGflapsGareGkeyGtoGureaseGactivityUGJournaleofetheeAmericaneChemicaleSocietySG2012SGX[]SGee[]Tc 16.4 38

242 éolutionGstructureGofGzycobacteriumGtuberculosisG†mtRGinGtheGapoGstatefGinsightsGintoG
†iOvvPTmediatedGallosteryUGBiochemistrySG2012SGaXSGZbXeTZe 3.2 37
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241 öheGrffectsGofGpomputationalGzodelingGrrrorsGonGtheGrstimationGofGétatisticalGzechanicalG
VariablesUGJournaleofeChemicaleTheoryeandeComputationSG2012SGdSG[cbeT[ccb 6.4 22

240 ponformationalGnnalysisGofGsreeGandGooundGRetinoicGncidUGJournaleofeChemicaleTheoryeande
ComputationSG2012SGdSGX][bTX]]d 6.4 17

239
nnGrfficientGzethodGtoGrvaluateGvntermolecularGvnteractionGrnergiesGinGyargeGéystemsG−singG
–verlappingGzulticenterG–†v–zGandGtheGsragmentGzolecularG–rbitalGzethodUGJournaleofePhysicale
ChemistryeLettersSG2012SG[SGZbW]TZbXW

6.4 19

238 éimulationsGofGallostericGmotionsGinGtheGzincGsensorGpzrnUGJournaleofetheeAmericaneChemicaleSocietySG
2012SGX[]SG[[bcTcb 16.4 36

237 étatisticsTbasedGmodelGforGbasisGsetGsuperpositionGerrorGcorrectionGinGlargeGbiomoleculesUGPhysicale
ChemistryeChemicalePhysicsSG2012SGX]SGcceaTe 3.6 9

236 pommentGonGInGminimalGimplementationGofGtheGnzorRTtn−éévn†GinterfaceGforGabGinitioG
QzVzzTzqGsimulationIUGJournaleofeComputationaleChemistrySG2012SG[[SGXb][T] 3.5 2

235 —redictionGofGtrypsinVmolecularGfragmentGbindingGaffinitiesGbyGfreeGenergyGdecompositionGandG
empiricalGscoresUGJournaleofeComputertAidedeMoleculareDesignSG2012SGZbSGb]cTae 4.2 10

234 vnsightGintoGtheGcationTˇ�GinteractionGatGtheGmetalGbindingGsiteGofGtheGcopperGmetallochaperoneGpussUG
JournaleofetheeAmericaneChemicaleSocietySG2011SGX[[SGXe[[WT[ 16.4 44

233 zodelGforGtheGfastGestimationGofGbasisGsetGsuperpositionGerrorGinGbiomolecularGsystemsUGJournaleofe
ChemicalePhysicsSG2011SGX[aSGX]]XXW 3.9 28

232 rlectronicGstructureSGchemicalGbondingSGandGoxidationGnumbersGofGfirstTrowGtransitionGmetalsGinG
[ze—vmZ]GcomplexesGandGtheirGcationsUGInternationaleJournaleofeQuantumeChemistrySG2011SGXXXSG[b[WT[b]Z2.1 1

231 nccurateGassessmentGofGtheGstrainGenergyGinGaGproteinTboundGdrugGusingGQzVzzGπTrayGrefinementG
andGconvergedGquantumGchemistryUGJournaleofeComputationaleChemistrySG2011SG[ZSGZadcTec 3.5 39

230 sormalGrstimationGofGrrrorsGinGpomputedGnbsoluteGvnteractionGrnergiesGofG—roteinTligandG
pomplexesUGJournaleofeChemicaleTheoryeandeComputationSG2011SGcSGceWTcec 6.4 116

229 yigandGvdentificationGécoringGnlgorithmGOyvénPUGJournaleofeChemicaleInformationeandeModelingSG2011SG
aXSGXZebT[Wb 6.1 23

228 —airwiseGadditivityGofGenergyGcomponentsGinGproteinTligandGbindingfGtheGuvVGvvGproteaseTvndinavirG
caseUGJournaleofeChemicalePhysicsSG2011SGX[aSGWdaXWX 3.9 14

227 öheGenergyGcomputationGparadoxGandGabGinitioGproteinGfoldingUGPLoSeONESG2011SGbSGeXddbd 3.7 41

226 zolecularGrecognitionGandGdrugTleadGidentificationfGwhatGcanGmolecularGsimulationsGtellGuslUGCurrente
MedicinaleChemistrySG2010SGXcSGZaT]X 4.3 31

225 pomputationalGstudyGofGtheGresistanceGshownGbyGtheGsubtypeGoVuvVTXGproteaseGtoGcurrentlyGknownG
inhibitorsUGBiochemistrySG2010SG]eSG]Zd[Tea 3.2 18

224 öheG−tilityGofGtheGuénoG—rincipleGviaGtheGsukuiGsunctionGinGoiologicalGéystemsUGJournaleofeChemicale
TheoryeandeComputationSG2010SGbSGa]dTaae 6.4 34

(2010-2012)
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223 †ovelGacyclicGdiaminocarbeneGligandsGwithGincreasedGstericGdemandGandGtheirGapplicationGinGgoldG
catalysisUGOrganiceLettersSG2010SGXZSG]dbWT[ 6.2 63

222 sindingGaGneedleGinGtheGhaystackfGcomputationalGmodelingGofGzgZRGbindingGinGtheGactiveGsiteGofG
proteinGfarnesyltransferaseUGBiochemistrySG2010SG]eSGebadTbb 3.2 15

221 yimitsGofGsreeGrnergyGpomputationGforG—roteinTyigandGvnteractionsUGJournaleofeChemicaleTheoryeande
ComputationSG2010SGbSGXWXdTXWZc 6.4 72

220 qivideTandTponquerGuartreeTsockGpalculationsGonG—roteinsUGJournaleofeChemicaleTheoryeande
ComputationSG2010SGbSG]WaT]XX 6.4 117

219 nGzixedGQzVzzGécoringGsunctionGtoG—redictG—roteinTyigandGoindingGnffinityUGJournaleofeChemicale
TheoryeandeComputationSG2010SGbSG[WceT[WeX 6.4 63

218 vmportanceGofGloopGdynamicsGinGtheGneocarzinostatinGchromophoreGbindingGandGreleaseG
mechanismsUGPhysicaleChemistryeChemicalePhysicsSG2010SGXZSG[]][Te 3.6 4

217 étructuralGéurveyGofGZincGpontainingG—roteinsGandGtheGqevelopmentGofGtheGZincGnzorRGsorceGsieldG
OZnssPUGJournaleofeChemicaleTheoryeandeComputationSG2010SGbSGZe[aTZe]c 6.4 275

216 QzVzzGπTrayGrefinementGofGzincGmetalloenzymesUGJournaleofeInorganiceBiochemistrySG2010SGXW]SGaXZTZZ 4.2 46

215 surtherGanalysisGandGcomparativeGstudyGofGintermolecularGinteractionsGusingGdimersGfromGtheGéZZG
databaseUGJournaleofeChemicalePhysicsSG2009SGX[XSGWbaXWZ 3.9 75

214 —roteinG†zRGchemicalGshiftGcalculationsGbasedGonGtheGautomatedGfragmentationGQzVzzGapproachUG
JournaleofePhysicaleChemistryeBSG2009SGXX[SGXW[dWTd 3.4 79

213 ponformationalGvariabilityGofGbenzamidiniumTbasedGinhibitorsUGJournaleofetheeAmericaneChemicale
SocietySG2009SGX[XSGcc]ZTa] 16.4 28

212 npoGandGnickelTboundGformsGofGtheG—yrococcusGhorikoshiiGspeciesGofGtheGmetalloregulatoryGproteinfG
†ikRGcharacterizedGbyGmolecularGdynamicsGsimulationsUGBiochemistrySG2009SG]dSGXZWZ]T[[ 3.2 13

211 nzXGparametersGforGtheGpredictionGofGXuGandGX[pG†zRGchemicalGshiftsGinGproteinsUGJournaleofe
PhysicaleChemistryeASG2009SGXX[SGXXaaWTe 2.8 7

210 nccurateGbenchmarkGcalculationsGonGtheGgasTphaseGbasicitiesGofGsmallGmoleculesUGJournaleofePhysicale
ChemistryeASG2009SGXX[SGXWWebTXW[ 2.8 17

209 nssessmentGofGtheGppéqGandGppéqOöPGcoupledTclusterGmethodsGinGcalculatingGheatsGofGformationGforG
ZnGcomplexesUGJournaleofePhysicaleChemistryeASG2009SGXX[SGXWWdXTd 2.8 12

208 rxplicitlyGrepresentingGtheGsolvationGshellGinGcontinuumGsolventGcalculationsUGJournaleofePhysicale
ChemistryeASG2009SGXX[SGb]W]Te 2.8 98

207 RelativeGconfigurationGofGnaturalGproductsGusingG†zRGchemicalGshiftsUGJournaleofeNaturaleProductsSG
2009SGcZSGcWeTX[ 4.9 38

206
nssessmentGofGtheGIbT[XRtQQGRGyn†yZqZIGmixedGbasisGsetGcoupledGwithGdensityGfunctionalGtheoryG
methodsGandGtheGeffectiveGcoreGpotentialfGpredictionGofGheatsGofGformationGandGionizationG
potentialsGforGfirstTrowTtransitionTmetalGcomplexesUGJournaleofePhysicaleChemistryeASG2009SGXX[SGed][TaX

2.8 234
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205 vmportanceGofGdispersionGandGelectronGcorrelationGinGabGinitioGproteinGfoldingUGJournaleofePhysicale
ChemistryeBSG2009SGXX[SGaZeWT[WW 3.4 61

204 nssessmentGofGtheGppéqGandGppéqOöPGpoupledTplusterGzethodsGinGpalculatingGueatsGofGsormationG
forGpuGpomplexesUGMolecularePhysicsSG2009SGXWcSGXZaXTXZae 1.7 3

203
vnterpretingGöheG–bservedGéubstrateGéelectivityGnndGöheG—roductGRegioselectivityGvnG
–rfZTpatalyzedG—renylationGsromGπTRayGétructuresUGChallengeseandeAdvanceseineComputationale
ChemistryeandePhysicsSG2009SG[aXT[ca

0.7

202 öheGintrinsicGdynamicsGandGfunctionGofGnickelTbindingGregulatoryGproteinfGinsightsGfromGelasticG
networkGanalysisUGBiophysicaleJournalSG2008SGe]SG[cbeTcd 2.9 15

201 z†q–GparametersGforGtheGpredictionGofGXesG†zRGchemicalGshiftsGinGbiologicallyGrelevantG
compoundsUGJournaleofePhysicaleChemistryeASG2008SGXXZSGddZeT[d 2.8 12

200 nGpombinedGQzVzzG—oissonTooltzmannGnpproachUGJournaleofeChemicaleTheoryeandeComputationSG
2008SG]SGXZWWTc 6.4 15

199 nGuylleraasGfunctionalGbasedGperturbativeGtechniqueGtoGrelaxGtheGextremelyGlocalizedGmolecularG
orbitalGwavefunctionUGJournaleofeChemicalePhysicsSG2008SGXZeSGWa]XWX 3.9 10

198 nnGefficientGandGaccurateGmolecularGalignmentGandGdockingGtechniqueGusingGabGinitioGqualityG
scoringUGJournaleofeChemicalePhysicsSG2008SGXZeSGWZaXWZ 3.9 5

197 −nderstandingGtheGsubstrateGselectivityGandGtheGproductGregioselectivityGofG–rfZTcatalyzedGaromaticG
prenylationsUGBiochemistrySG2007SG]bSGX[W[TXX 3.2 21

196
nnGabGinitioGinvestigationGofGtheGinteractionsGinvolvingGtheGaromaticGgroupGofGtheGsetGofGfluorinatedG
†TO]TsulfamylbenzoylPbenzylamineGinhibitorsGandGhumanGcarbonicGanhydraseGvvUGJournaleofePhysicale
ChemistryeBSG2007SGXXXSGacWWTc

3.4 15

195 nGcriticalGassessmentGofGtheGperformanceGofGproteinTligandGscoringGfunctionsGbasedGonG†zRG
chemicalGshiftGperturbationsUGJournaleofeMedicinaleChemistrySG2007SGaWSGaXZdT[] 8.3 32

194 öheGhydrolysisGofGamidesGandGtheGproficiencyGofGamidohydrolasesUGöheGburdenGborneGbyGkwUGJournale
ofePhysicaleChemistryeBSG2007SGXXXSGbaWcTXe 3.4 18

193 pomputationalGstudiesGofGtheGfarnesyltransferaseGternaryGcomplexGpartGvvfGtheGconformationalG
activationGofGfarnesyldiphosphateUGBiochemistrySG2007SG]bSGXZ[caTdX 3.2 25

192
nssessmentGofGdensityGfunctionalGtheoryGmethodsGforGtheGcomputationGofGheatsGofGformationGandG
ionizationGpotentialsGofGsystemsGcontainingGthirdGrowGtransitionGmetalsUGJournaleofePhysicale
ChemistryeASG2007SGXXXSGbW]]Ta[

2.8 85

191 vnteractionGenergyGdecompositionGinGproteinTproteinGassociationfGaGquantumGmechanicalGstudyGofG
barnaseTbarstarGcomplexUGBiophysicaleChemistrySG2007SGXZaSGZZXT[b 3.5 21

190 nnGimprovedGbT[XtGbasisGsetGforGatomsGtaGthroughGxrUGInternationaleJournaleofeQuantumeChemistrySG
2007SGXWcSG[WZdT[W[d 2.1 3

189 öheGroleGofGquantumGmechanicsGinGstructureTbasedGdrugGdesignUGDrugeDiscoveryeTodaySG2007SGXZSGcZaT[X 8.8 193

188 uapticGapplicationsGforGmolecularGstructureGmanipulationUGJournaleofeMoleculareGraphicseande
ModellingSG2007SGZaSGdWXTa 2.8 36

(2007-2009)
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187 vnsightsGintoGpuOvPGexchangeGinGunuXGusingGquantumGmechanicalGandGmolecularGsimulationsUG
BiochemistrySG2007SG]bSGddXbTZb 3.2 41

186 zolecularGdynamicsGstudyGofGethanolamineGasGaGpureGliquidGandGinGaqueousGsolutionUGJournaleofe
PhysicaleChemistryeBSG2007SGXXXSG[beaTcW[ 3.4 71

185 priticalGnssessmentGofGtheG—erformanceGofGqensityGsunctionalGzethodsGforGéeveralGntomicGandG
zolecularG—ropertiesUGJournaleofeChemicaleTheoryeandeComputationSG2007SG[SG]WcT][[ 6.4 269

184 vnsightsGintoGtheGstrengthGandGoriginGofGhalogenGbondingfGtheGhalobenzeneTformaldehydeGdimerUG
JournaleofePhysicaleChemistryeASG2007SGXXXSGXbddTe] 2.8 156

183 nssessmentGofGéemiempiricalGQuantumGzechanicalGzethodsGforGtheGrvaluationGofG—roteinG
étructuresUGJournaleofeChemicaleTheoryeandeComputationSG2007SG[SGXbWeTXbXe 6.4 23

182 pompetitiveGhydrolyticGandGeliminationGmechanismsGinGtheGureaseGcatalyzedGdecompositionGofGureaUG
JournaleofePhysicaleChemistryeBSG2007SGXXXSGXWZb[Tc] 3.4 46

181 QuantumGmechanicalGdescriptionGofGtheGinteractionsGbetweenGq†nGandGwaterUGJournaleofeMoleculare
GraphicseandeModellingSG2006SGZ]SG]]WTaa 2.8 10

180 QuantumGmechanicalGandGmolecularGdynamicsGsimulationsGofGureasesGandGZnGbetaTlactamasesUG
JournaleofeComputationaleChemistrySG2006SGZcSGXZ]WTbZ 3.5 52

179
πTrayGdiffractionGIfingerprintingIGofGq†nGstructureGinGsolutionGforGquantitativeGevaluationGofG
molecularGdynamicsGsimulationUGProceedingseofetheeNationaleAcademyeofeScienceseofetheeUnitedeStatese
ofeAmericaSG2006SGXW[SG[a[]Te

11.5 84

178 nssigningGtheGprotonationGstatesGofGtheGkeyGaspartatesGinG˛†TéecretaseGusingGQzVzzGπTrayGstructureG
refinementUGJournaleofeChemicaleTheoryeandeComputationSG2006SGZSGXWacTXWbe 6.4 86

177 patalyzedGdecompositionGofGureaUGzolecularGdynamicsGsimulationsGofGtheGbindingGofGureaGtoGureaseUG
BiochemistrySG2006SG]aSG]]ZeT][ 3.2 29

176
nGsastGQzVzzGOQuantumGzechanicalVzolecularGzechanicalPGnpproachGtoGpalculateG†uclearG
zagneticGResonanceGphemicalGéhiftsGforGzacromoleculesUGJournaleofeChemicaleTheoryeande
ComputationSG2006SGZSGZWeTXa

6.4 39

175 RoleGofGsolvationGinGtheGenergyGstabilizationGinsideGtheGhydrophobicGcoreGofGtheGproteinGrubredoxinUG
JournaleofePhysicaleChemistryeBSG2006SGXXWSGXabaWT[ 3.4 22

174 rxploringGtheGroleGofGtheGactiveGsiteGcysteineGinGhumanGmuscleGcreatineGkinaseUGBiochemistrySG2006SG
]aSGXX]b]TcZ 3.2 17

173 qevelopmentGofGaG—arametrizedGsorceGsieldGöoGReproduceGéemiempiricalGteometriesUGJournaleofe
ChemicaleTheoryeandeComputationSG2006SGZSGXWcWTc 6.4 9

172 éemiempiricalGpomparativeGoindingGrnergyGnnalysisGOérTp–zov†rPGofGaGéeriesGofGörypsinGvnhibitorsUG
JournaleofeChemicaleTheoryeandeComputationSG2006SGZSG[d[Tee 6.4 29

171 priticalGassessmentGofGquantumGmechanicsGbasedGenergyGrestraintsGinGproteinGcrystalGstructureG
refinementUGProteineScienceSG2006SGXaSGZcc[Td] 6.3 38

170 QuantumGmechanicsGinGstructureTbasedGdrugGdesignUGCurrenteOpinioneineDrugeDiscoveryeme
DevelopmentSG2006SGeSG[cWTe 19
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169 ValidationGofGtheGbindingGsiteGstructureGofGtheGcellularGretinolTbindingGproteinGOpRo—PGbyGligandG†zRG
chemicalGshiftGperturbationsUGJournaleofetheeAmericaneChemicaleSocietySG2005SGXZcSGa[XWTX 16.4 11

168
—airwiseGdecompositionGofGresidueGinteractionGenergiesGusingGsemiempiricalGquantumGmechanicalG
methodsGinGstudiesGofGproteinTligandGinteractionUGJournaleofetheeAmericaneChemicaleSocietySG2005SG
XZcSGbad[Te]

16.4 33

167 rffectsGofGfluorineGsubstitutionGonGtheGedgeTtoTfaceGinteractionGofGtheGbenzeneGdimerUGJournaleofe
PhysicaleChemistryeBSG2005SGXWeSGXccaZTb 3.4 44

166 pomputationalGstudiesGofGtheGfarnesyltransferaseGternaryGcomplexGpartGvfGsubstrateGbindingUG
BiochemistrySG2005SG]]SGXbaX[TZ[ 3.2 27

165
uybridGQzVzzGandGqsöGinvestigationsGofGtheGcatalyticGmechanismGandGinhibitionGofGtheGdinuclearG
zincGmetalloTbetaTlactamaseGpcrnGfromGoacteroidesGfragilisUGJournaleofetheeAmericaneChemicale
SocietySG2005SGXZcSG]Z[ZT]X

16.4 89

164 zolecularGdynamicsGsimulationsGofGtheGörzTXGbetaTlactamaseGcomplexedGwithGcephalothinUGJournale
ofeMedicinaleChemistrySG2005SG]dSGcdWTeX 8.3 27

163 éimulationGofGliquidGwaterGusingGsemiempiricalGuamiltoniansGandGtheGdivideGandGconquerGapproachUG
JournaleofePhysicaleChemistryeASG2005SGXWeSG[]ZaT[Z 2.8 58

162
yargeTscaleGvalidationGofGaGquantumGmechanicsGbasedGscoringGfunctionfGpredictingGtheGbindingG
affinityGandGtheGbindingGmodeGofGaGdiverseGsetGofGproteinTligandGcomplexesUGJournaleofeMedicinale
ChemistrySG2005SG]dSG]aadTca

8.3 175

161
sorceGfieldGdesignGandGmolecularGdynamicsGsimulationsGofGtheGcarbapenemTGandG
cephamycinTresistantGdinuclearGzincGmetalloTbetaTlactamaseGfromGoacteroidesGfragilisGandGitsG
complexGwithGaGbiphenylGtetrazoleGinhibitorUGJournaleofeMedicinaleChemistrySG2005SG]dSGXb[WTc

8.3 30

160 phapterGeGpalculatingGoindingGsreeGrnergyGinG—roteinâ��yigandGvnteractionUGAnnualeReportseine
ComputationaleChemistrySG2005SGXSGXX[TX[W 1.8 27

159 nccurateGntomicGandGzolecularGpalculationsGwithoutGtradientGporrectionsfGGécaledGéVβ†VGqensityG
sunctionalUGJournaleofeChemicaleTheoryeandeComputationSG2005SGXSGa]bTa[ 6.4 15

158 QzQénRfGutilizationGofGaGsemiempiricalGprobeGpotentialGinGaGfieldTbasedGQénRGmethodUGJournaleofe
ComputationaleChemistrySG2005SGZbSGZ[T[] 3.5 30

157 öheGnmberGbiomolecularGsimulationGprogramsUGJournaleofeComputationaleChemistrySG2005SGZbSGXbbdTdd 3.5 6155

156 RefinementGofGproteinGcrystalGstructuresGusingGenergyGrestraintsGderivedGfromGlinearTscalingG
quantumGmechanicsUGActaeCrystallographicaeSectioneD:eBiologicaleCrystallographySG2005SGbXSG[ZZT[Z 48

155 sastGsemiempiricalGcalculationsGforGnuclearGmagneticGresonanceGchemicalGshiftsfGaG
divideTandTconquerGapproachUGJournaleofeChemicalePhysicsSG2004SGXZWSGXX[eZT]WW 3.9 25

154 öheoreticalGstudyGofGtheGelectronGdensityGdistributionsGofGglycylTyTthreonineGdihydrateUGMoleculare
PhysicsSG2004SGXWZSGZa]aTZaac 1.7 2

153 —z[TcompatibleGzincGparametersGoptimizedGforGmetalloenzymeGactiveGsitesUGJournaleofe
ComputationaleChemistrySG2004SGZaSGXbccTeZ 3.5 30

152 —oseGscoringGbyG†zRUGJournaleofetheeAmericaneChemicaleSocietySG2004SGXZbSGXX][WTX 16.4 31

(2004-2005)
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151 öheGhydrolysisGofGureaGandGtheGproficiencyGofGureaseUGJournaleofetheeAmericaneChemicaleSocietySG2004
SGXZbSGbe[ZT]] 16.4 69

150 —erformanceGofGqensityGsunctionalsGwithGémallGéplitGValenceGoasisGéetsâ� UGJournaleofePhysicale
ChemistryeASG2004SGXWdSGZeW]TZeXX 2.8 15

149 rnzymaticGcatalysisGofGureaGdecompositionfGeliminationGorGhydrolysislUGJournaleofetheeAmericane
ChemicaleSocietySG2004SGXZbSGXXd[ZT]Z 16.4 43

148 nGquantumGmechanicsTbasedGscoringGfunctionfGstudyGofGzincGionTmediatedGligandGbindingUGJournaleofe
theeAmericaneChemicaleSocietySG2004SGXZbSGXWZWTX 16.4 142

147 —redictionGofGaqueousGsolubilityGofGaGdiverseGsetGofGcompoundsGusingGquantitativeG
structureTpropertyGrelationshipsUGJournaleofeMedicinaleChemistrySG2003SG]bSG[acZTdW 8.3 183

146
vnsightsGintoGtheGacylationGmechanismGofGclassGnGbetaTlactamasesGfromGmolecularGdynamicsG
simulationsGofGtheGörzTXGenzymeGcomplexedGwithGbenzylpenicillinUGJournaleofetheeAmericane
ChemicaleSocietySG2003SGXZaSGbcZTd]

16.4 59

145 −reasesfGquantumGchemicalGcalculationsGonGclusterGmodelsUGJournaleofetheeAmericaneChemicaleSociety
SG2003SGXZaSGXa[Z]T[c 16.4 64

144
zolecularGdynamicsGandGquantumGchemicalGstudiesGonGtheGcatalyticGmechanismGofG
qeltaaT[TketosteroidGisomerasefGtheGcatalyticGdiadGversusGtheGcooperativeGhydrogenGbondG
mechanismUGJournaleofetheeAmericaneChemicaleSocietySG2003SGXZaSGeWXTXX

16.4 23

143 zolecularGdynamicsGsimulationsGofGtheGdinuclearGzincTbetaTlactamaseGfromGoacteroidesGfragilisG
complexedGwithGimipenemUGJournaleofeComputationaleChemistrySG2002SGZ[SGXadcTbWW 3.5 50

142 pomputationGofGtheGphysioTchemicalGpropertiesGandGdataGminingGofGlargeGmolecularGcollectionsUG
JournaleofeComputationaleChemistrySG2002SGZ[SGXcZTd[ 3.5 52

141 panGweGseparateGactiveGfromGinactiveGconformationslUGJournaleofeComputertAidedeMoleculareDesignSG
2002SGXbSGXWaTXZ 4.2 34

140 phargeGtransferGinGsmallGhydrogenGbondedGclustersUGJournaleofeChemicalePhysicsSG2002SGXXbSGc[dWTc[dd 3.9 58

139 vnsightsGintoGtheGstructureGandGdynamicsGofGtheGdinuclearGzincGbetaTlactamaseGsiteGfromGoacteroidesG
fragilisUGBiochemistrySG2002SG]XSGbbXaT[W 3.2 69

138 éodiumG—arametersGforGnzXGandG—z[G–ptimizedG−singGaGzodifiedGteneticGnlgorithmUGJournaleofe
PhysicaleChemistryeBSG2002SGXWbSGZcceTZcda 3.4 29

137 sreeGrnergyG—erturbationGpalculationsGwithinGQuantumGzechanicalGzethodologiesG2002SGXW[TXZ[

136 uighGthroughputGdockingGforGlibraryGdesignGandGlibraryGprioritizationUGProteins:eStructureseFunctione
andeBioinformaticsSG2001SG][SGXX[TZ] 4.2 231

135 †ewGdevelopmentsGinGapplyingGquantumGmechanicsGtoGproteinsUGCurrenteOpinioneineStructurale
BiologySG2001SGXXSGZXcTZ[ 8.1 82

134 –neTdimensionalGmolecularGrepresentationsGandGsimilarityGcalculationsfGmethodologyGandG
validationUGJournaleofeMedicinaleChemistrySG2001SG]]SG[ceaTdWe 8.3 82
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133 zolecularGdynamicsGstudyGofGtheGvvnGbindingGsiteGinGhumanGserumGalbuminfGinfluenceGofGtheG
protonationGstateGofGyysXeaGandGyysXeeUGJournaleofeMedicinaleChemistrySG2001SG]]SGZaWTbW 8.3 66

132 zolecularGdynamicsGsimulationsGofGtheGmononuclearGzincTbetaTlactamaseGfromGoacillusGcereusUG
JournaleofetheeAmericaneChemicaleSocietySG2001SGXZ[SG[caeTcW 16.4 72

131
nGtheoreticalGstudyGofGtheGaminolysisGreactionGofGlysineGXeeGofGhumanGserumGalbuminGwithG
benzylpenicillinfGconsequencesGforGimmunochemistryGofGpenicillinsUGJournaleofetheeAmericane
ChemicaleSocietySG2001SGXZ[SGcac]Td[

16.4 22

130 ncylationGofGplassGnG˛†TlactamasesGbyG—enicillinsfGGnGöheoreticalGrxaminationGofGtheGRoleGofGéerineG
X[WGandGtheG˛†TlactamGparboxylateGtroupUGJournaleofePhysicaleChemistryeBSG2001SGXWaSGXX[WZTXX[X[ 3.4 37

129
zolecularGdynamicsGsimulationsGofGtheGmononuclearGzincTbetaTlactamaseGfromGoacillusGcereusG
complexedGwithGbenzylpenicillinGandGaGquantumGchemicalGstudyGofGtheGreactionGmechanismUGJournale
ofetheeAmericaneChemicaleSocietySG2001SGXZ[SGedbcTce

16.4 64

128
rvaluationGofGtheGcatalyticGmechanismGofGnvpnRGtransformylaseGbyGpuTdependentGkineticsSG
mutagenesisSGandGquantumGchemicalGcalculationsUGJournaleofetheeAmericaneChemicaleSocietySG2001SG
XZ[SG]bdcTeb

16.4 12

127 QuantumGchemicalGstudyGofGesterGaminolysisGcatalyzedGbyGaGsingleGadeninefGaGreferenceGreactionGforG
theGribosomalGpeptideGsynthesisUGJournaleofetheeAmericaneChemicaleSocietySG2001SGXZ[SGcbdcTeW 16.4 14

126 phargeGtransferGinGbiologicallyGimportantGmoleculesfGcomparisonGofGhighTlevelGabGinitioGandG
semiempiricalGmethodsUGInternationaleJournaleofeQuantumeChemistrySG2000SGccSGZcT][ 2.1 28

125 yinearGscalingGmolecularGorbitalGcalculationsGofGbiologicalGsystemsGusingGtheGsemiempiricalGdivideG
andGconquerGmethodUGJournaleofeComputationaleChemistrySG2000SGZXSGX]e]TXaW] 3.5 75

124 toVénGwaterGmodelGforGtheGzerckGmolecularGforceGfieldGOzzssPUGJournaleofeMoleculareGraphicseande
ModellingSG2000SGXdSGZc[TdZ 2.8 52

123 uydrationGofGzincGionsfGtheoreticalGstudyGofG[ZnOuZ–P]]OuZ–PdZRGandG[ZnOuZ–Pb]OuZ–PbZRUGChemicale
PhysicseLettersSG2000SG[ZbSGZddTZeZ 2.5 40

122 —redictionGofGdrugGabsorptionGusingGmultivariateGstatisticsUGJournaleofeMedicinaleChemistrySG2000SG][SG[dbcTcc8.3 797

121
priticalGassessmentGofGtheGperformanceGofGtheGsemiempiricalGdivideGandGconquerGmethodGforGsingleG
pointGcalculationsGandGgeometryGoptimizationsGofGlargeGchemicalGsystemsUGJournaleofeChemicale
PhysicsSG2000SGXX[SGXWaXZTXWaZ[

3.9 42

120
QuantumGmechanicalVquantumGmechanicalGmethodsUGvUGnGdivideGandGconquerGstrategyGforGsolvingG
theGéchrˆ¶dingerGequationGforGlargeGmolecularGsystemsGusingGaGcompositeGdensityG
functionalâ��semiempiricalGuamiltonianUGJournaleofeChemicalePhysicsSG2000SGXX[SGabW]TabX[

3.9 74

119 zodellingGtheGenantioselectivityGofGsubtilisinGinGwaterGandGorganicGsolventsfGinsightsGfromGmolecularG
dynamicsGandGquantumGmechanicalVmolecularGmechanicalGstudiesUGChemicaleCommunicationsSG2000SGaaeTabW5.8 6

118 nGquantumGmechanicalT—oissonâ��ooltzmannGequationGapproachGforGstudyingGchargeGflowGbetweenG
ionsGandGaGdielectricGcontinuumUGJournaleofeChemicalePhysicsSG2000SGXXZSG[ZZcT[Z[a 3.9 9

117 nreGzanyToodyGrffectsGvmportantGinG—roteinGsoldinglUGJournaleofePhysicaleChemistryeBSG2000SGXW]SGeaa]Teab[3.4 60

116 phargeGslowGbetweenGvonsGandGaGqielectricGpontinuumUGZUGVariationalGzethodGforGqistributingG
phargeGintoGtheGqielectricUGJournaleofePhysicaleChemistryeBSG2000SGXW]SGZXXcTZXZZ 3.4 11

(2000-2001)
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115 ZincGzetalloT˛†TyactamaseGfromGoacteroidesGfragilisfGGnGQuantumGphemicalGétudyGonGzodelGéystemsG
ofGtheGnctiveGéiteUGJournaleofetheeAmericaneChemicaleSocietySG2000SGXZZSG]XecT]ZWd 16.4 78

114 pomputationalGpredictionGofGtheGthreeTdimensionalGstructuresGforGtheGpaenorhabditisGelegansG
tubulinGfamilyUGJournaleofeMoleculareGraphicseandeModellingSG1999SGXcSGeWTXWWSGXZbT[W 2.8 21

113 phargeGöransferGvnteractionsGinGoiologyfGnG†ewGViewGofGtheG—roteinTβaterGvnterfaceUGACSe
SymposiumeSeriesSG1999SG][eT]]c 0.4 3

112 pombinedGQuantumGzechanicalVzolecularGzechanicalGzethodologiesGnppliedGtoGoiomolecularG
éystemsUGAccountseofeChemicaleResearchSG1999SG[ZSGeW]TeXX 24.3 304

111 oindingGpreferencesGofGhydroxamateGinhibitorsGofGtheGmatrixGmetalloproteinaseGhumanGfibroblastG
collagenaseUGJournaleofeMedicinaleChemistrySG1999SG]ZSGXZZaT[] 8.3 42

110 RationalizationGofGtheGrnantioselectivityGofGéubtilisinGinGqzsUGJournaleofetheeAmericaneChemicale
SocietySG1999SGXZXSG[]dbT[]e[ 16.4 42

109 étabilityGandGnctivityGofGzesophilicGéubtilisinGrGandGvtsGöhermophilicGuomologfGGvnsightsGfromG
zolecularGqynamicsGéimulationsUGJournaleofetheeAmericaneChemicaleSocietySG1999SGXZXSGbdeaTbeW[ 16.4 63

108 öheGRoleGofG—olarizationGandGphargeGöransferGinGtheGéolvationGofGoiomoleculesUGJournaleofethee
AmericaneChemicaleSocietySG1999SGXZXSGeXdZTeXeW 16.4 91

107 qivideGandGponquerGvnteractionGrnergyGqecompositionUGJournaleofePhysicaleChemistryeASG1999SGXW[SG[[ZXT[[Ze2.8 81

106
sullyGQuantumGzechanicalGqescriptionGofG—roteinsGinGéolutionUGpombiningGyinearGécalingGQuantumG
zechanicalGzethodologiesGwithGtheG—oissonâ��ooltzmannGrquationUGJournaleofePhysicaleChemistryeASG
1999SGXW[SGaXcXTaXdd

2.8 89

105 vonicGponductionGinG—olyphosphazeneGéolidsGandGtelsfGGX[pSG[X—SGandGXa†G†zRGépectroscopyGandG
zolecularGqynamicsGéimulationsUGMacromoleculesSG1999SG[ZSGc[ZTc]X 5.5 44

104 npplicationGofGaGzultipleGöimeGétepGnlgorithmGtoGoiomolecularGéystemsUGJournaleofePhysicale
ChemistryeBSG1999SGXW[SGa[ebTa]Wa 3.4 18

103 vmplementationGandGöestingGofGaGsrozenGqensityGzatrixâ��qivideGandGponquerGnlgorithmUGJournaleofe
PhysicaleChemistryeASG1999SGXW[SGXdbdTXdca 2.8 22

102 éolventGqynamicsGandGzechanismGofG—rotonGöransferGinGuumanGparbonicGnnhydraseGvvUGJournaleofe
theeAmericaneChemicaleSocietySG1999SGXZXSGZZeWTZ[WZ 16.4 107

101 sreeGrnergyG—erturbationGétudyGofG–ctanolVβaterG—artitionGpoefficientsfGGpomparisonGwithG
pontinuumGtoVénGpalculationsUGJournaleofePhysicaleChemistryeBSG1999SGXW[SGcX]TcZb 3.4 88

100
öheGvmportantGRoleGofGnctiveGéiteGβaterGinGtheGpatalyticGzechanismGofGuumanGparbonicGnnhydraseG
vvGâ��GnGéemiempiricalGz–GnpproachGtoGtheGuydrationGofGp–ZGâ� UGJournaleofeMoleculareModelingSG1998SG
]SG[aaT[ba

2 30

99 —arallelGimplementationGofGaGdivideGandGconquerGsemiempiricalGalgorithmUGTheoreticaleChemistrye
AccountsSG1998SGeeSGZZWTZZ[ 1.9 13

98 phargeTöransferGvnteractionsGinGzacromolecularGéystemsfGGnG†ewGViewGofGtheG—roteinVβaterG
vnterfaceUGJournaleofetheeAmericaneChemicaleSocietySG1998SGXZWSGaae[Taae] 16.4 82
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97 QuantumGzechanicalTzolecularGzechanicalGpoupledG—otentialsUGACSeSymposiumeSeriesSG1998SGZTXa 0.4 14

96 slexibilityGofGserineGproteaseGinGnonaqueousGsolventUGTechniqueseineProteineChemistrySG1997SGdSGbe[TcWZ

95 sastSGaccurateGsemiempiricalGmolecularGorbitalGcalculationsGforGmacromoleculesUGJournaleofeChemicale
PhysicsSG1997SGXWcSGdceTde[ 3.9 193

94 öheGponceptGofGéolventGpompatibilityGandGvtsGvmpactGonG—roteinGétabilityGandGnctivityGrnhancementG
inG†onaqueousGéolventsUGJournaleofetheeAmericaneChemicaleSocietySG1997SGXXeSGee[eTee]d 16.4 28

93 toVénToasedGpontinuumGéolvationGzodelGforG–ctanolUGJournaleofePhysicaleChemistryeBSG1997SGXWXSGXW]ceTXW]dc3.4 21

92 vceTbindingGmechanismGofGwinterGflounderGantifreezeGproteinsUGBiophysicaleJournalSG1997SGc[SGZdaXTc[ 2.9 87

91 oindingGofGoicarbonateGtoGuumanGparbonicGnnhydraseGvvfGGnGpontinuumGofGoindingGétatesUGJournaleofe
theeAmericaneChemicaleSocietySG1997SGXXeSGdb[TdcX 16.4 70

90 zolecularGdynamicsGsimulationsGofGlipidGbilayersUGCurrenteOpinioneineStructuraleBiologySG1997SGcSGaXXTc 8.1 50

89 nGcarbohydrateGforceGfieldGforGamberGandGitsGapplicationGtoGtheGstudyGofGsaccharideGtoGsurfaceG
adsorptionUGComputationaleandeTheoreticaleChemistrySG1997SG[eaT[ebSGXacTXcX 20

88 oindingGofGnzideGtoGuumanGparbonicGnnhydraseGvvfGGöheGRoleGrlectrostaticGpomplementarityG—laysGinG
éelectingGtheG—referredGResonanceGétructureGofGnzideUGTheeJournaleofePhysicaleChemistrySG1996SGXWWSGXc]X]TXc]ZW26

87 sreeGrnergyG—erturbationGpalculationsGβithinGQuantumGzechanicalGzethodologiesUGACSeSymposiume
SeriesSG1996SGX]ZTXa[ 0.4 1

86 qisruptionGofGtheGactiveGsiteGsolventGnetworkGinGcarbonicGanhydraseGvvGdecreasesGtheGefficiencyGofG
protonGtransferUGBiochemistrySG1996SG[aSGXb]ZXTd 3.2 59

85 éolvationGandGqynamicsGofGphymotrypsinGinGuexaneUGJournaleofetheeAmericaneChemicaleSocietySG1996SG
XXdSGb]eWTb]ed 16.4 33

84 npplicationGofGtheG†osˆ'â��uooverGphainGnlgorithmGtoGtheGétudyGofG—roteinGqynamicsUGTheeJournaleofe
PhysicaleChemistrySG1996SGXWWSGXeZcTXe[c 111

83 öheG—ressureGandG—ressureGöensorGforGzacromolecularGéystemsUGTheeJournaleofePhysicaleChemistrySG
1996SGXWWSGeWaTeWd 4

82 éemiempiricalGmolecularGorbitalGcalculationsGwithGlinearGsystemGsizeGscalingUGJournaleofeChemicale
PhysicsSG1996SGXW]SGbb][Tbb]e 3.9 242

81 oilayerT—eptideGvnteractionsG1996SG[Z[T[aZ

80 nGéecondGtenerationGsorceGsieldGforGtheGéimulationGofG—roteinsSG†ucleicGncidsSGandG–rganicG
zoleculesUGJournaleofetheeAmericaneChemicaleSocietySG1995SGXXcSGaXceTaXec 16.4 10990

(1995-1998)
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79
qynamicGsorceGsieldGzodelsfGzolecularGqynamicsGéimulationsGofGuumanGparbonicGnnhydraseGvvG
−singGaGQuantumGzechanicalVzolecularGzechanicalGpoupledG—otentialUGTheeJournaleofePhysicale
ChemistrySG1995SGeeSGXXZbbTXXZca

60

78 —otentialGofGzeanGsorceGpalculationsGonGtheGé†XGsragmentationGofGtertToutylGphlorideUGTheeJournale
ofePhysicaleChemistrySG1995SGeeSG[d]T[eW 50

77 nnGrxaminationGofGaGuartreeTsockVzolecularGzechanicalGpoupledG—otentialUGTheeJournaleofePhysicale
ChemistrySG1995SGeeSGXc[]]TXc[]d 47

76 teneralGsormulationGforGaGQuantumGsreeGrnergyG—erturbationGétudyUGTheeJournaleofePhysicale
ChemistrySG1995SGeeSGXWcWXTXWcW] 8

75 npplicationGofGtheGfreeGenergyGperturbationGmethodGtoGhumanGcarbonicGanhydraseGvvGinhibitorsUG
JournaleofeMedicinaleChemistrySG1995SG[dSGZWbXTe 8.3 16

74
vnteractionGofGtheGsusionGvnhibitingG—eptideGparbobenzoxyTqT—heTyT—heTtlyGwithG
†TzethyldioleoylphosphatidylethanolamineGyipidGoilayersUGJournaleofetheeAmericaneChemicaleSociety
SG1995SGXXcSGbabXTbacX

16.4 32

73 étructuralGnnalysisGofGparbyneG†etworkG—olymersUGJournaleofetheeAmericaneChemicaleSocietySG1995SG
XXcSGeZaXTeZad 16.4 13

72 étructuralGnnalysisGofGparbyneG†etworkG—olymersUGACSeSymposiumeSeriesSG1995SG[W]T[Xa 0.4 1

71 zassGspectralGandGcomputationalGfreeGenergyGstudiesGofGalkaliGmetalGionTcontainingGwaterGclustersUG
TheeJournaleofePhysicaleChemistrySG1995SGeeSGcdZeTcd[b 53

70 zolecularGRecognitionGofGxRGandG†aRGbyGValinomycinGinGzethanolUGJournaleofetheeAmericaneChemicale
SocietySG1995SGXXcSGcceTceX 16.4 45

69 QuantumGsreeGrnergyG—erturbationGétudyGwithinGaG—z[VzzGpoupledG—otentialUGTheeJournaleofe
PhysicaleChemistrySG1995SGeeSG]d[T]db 27

68 vnteractionGofGsmallGpeptidesGwithGlipidGbilayersUGBiophysicaleJournalSG1995SGbeSGXZeeT[Wd 2.9 39

67 nnGexaminationGofGaGdensityGfunctionalVmolecularGmechanicalGcoupledGpotentialUGJournaleofe
ComputationaleChemistrySG1995SGXbSGXX[TXZd 3.5 87

66 nGhighlyGportableGparallelGimplementationGofGnzorR]GusingGtheGmessageGpassingGinterfaceG
standardUGJournaleofeComputationaleChemistrySG1995SGXbSGX]ZWTX]Zc 3.5 22

65 öheGteneticGnlgorithmGandGtheGponformationalGéearchGofG—olypeptidesGandG—roteinsUGMoleculare
SimulationSG1994SGX[SGZeeT[ZW 2 17

64 qeterminationGofGntomicGphargesGvncludingGsolvationGandGponformationalGrffectsUGTheeJournaleofe
PhysicaleChemistrySG1994SGedSGX[]XTX[][ 26

63 qensityGfunctionalGstudyGofGsymmetricGprotonGtransfersUGJournaleofeChemicalePhysicsSG1994SGXWXSGbbadTbbba3.9 36

62 qensityGfunctionalGtransitionGstatesGofGorganicGandGorganometallicGreactionsUGJournaleofeChemicale
PhysicsSG1994SGXWWSG][]T]][ 3.9 120
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61 nGforceGfieldGforGmonosaccharidesGandGOXGTkG]PGlinkedGpolysaccharidesUGJournaleofeComputationale
ChemistrySG1994SGXaSGXWXeTXW]W 3.5 116

60 nGcomparisonGofGqz—pTGandGqy—rTbasedGlipidGbilayersUGBiophysicaleJournalSG1994SGbbSGXWcbTdc 2.9 159

59 ReplyGtoGpommentGonGIöransferabilityGofGvonGzodelsIUGTheeJournaleofePhysicaleChemistrySG1994SGedSGdZabTdZac 8

58 öheGteneticGnlgorithmGandG—roteinGöertiaryGétructureG—redictionG1994SGXWeTXZ] 6

57 öransferabilityGofGionGmodelsUGTheeJournaleofePhysicaleChemistrySG1993SGecSGbaZ]TbaZe 29

56 pomputerGsimulationGofGenzymaticGreactionsUGCurrenteOpinioneineStructuraleBiologySG1993SG[SGZ[]TZ]W 8.1 10

55 öheGpbubGpotentialTenergyGsurfacefGautomerizationGofGbenzeneUGJournaleofetheeChemicaleSocietye
ChemicaleCommunicationsSG1993SG]XZ 21

54 —roteinGdynamicsGandGsolvationGinGaqueousGandGnonaqueousGenvironmentsUGJournaleofetheeAmericane
ChemicaleSocietySG1993SGXXaSGbaZeTba[c 16.4 87

53 öheoreticalGinvestigationGofGtheGp–ZGRG–uTGUfwdarwUGup–[TGreactionGinGtheGgasGandGaqueousGphasesUG
JournaleofetheeAmericaneChemicaleSocietySG1993SGXXaSGeb]WTeb]c 16.4 44

52 ueadGgroupTwaterGinteractionsGinGlipidGbilayersfGaGcomparisonGbetweenGqz—pTGandGqy—rTbasedGlipidG
bilayersUGLangmuirSG1993SGeSGXXceTXXd[ 4 99

51 palculationGofGsolvationGfreeGenergiesGusingGaGdensityGfunctionalVmolecularGdynamicsGcoupledG
potentialUGTheeJournaleofePhysicaleChemistrySG1993SGecSGXXdbdTXXdcW 143

50 öheoreticalGexaminationGofGtheGmechanismGofGaldoseTketoseGisomerizationUGProteineEngineeringse
DesigneandeSelectionSG1993SGbSG]ceTd] 1.9 28

49 RapidGapproximationGtoGmolecularGsurfaceGareaGviaGtheGuseGofGoooleanGlogicGandGlookTupGtablesUG
JournaleofeComputationaleChemistrySG1993SGX]SG[]eT[aZ 3.5 112

48 oindingGofGcyanideSGcyanateSGandGthiocyanateGtoGhumanGcarbonicGanhydraseGvvUGProteins:eStructurese
FunctioneandeBioinformaticsSG1993SGXcSGZW[TXb 4.2 14

47 öheGapplicationGofGtheGgeneticGalgorithmGtoGtheGminimizationGofGpotentialGenergyGfunctionsUGJournale
ofeGlobaleOptimizationSG1993SG[SG]eTbb 1.5 42

46 étructureGandGdynamicsGofGtheGdilauroylphosphatidylethanolamineGlipidGbilayerUGBiochemistrySG1992SG
[XSGcbabTb] 3.2 99

45 zolecularGrecognitionGofGpotassiumGionGbyGtheGnaturallyGoccurringGantibioticGionophoreGnonactinUG
JournaleofetheeAmericaneChemicaleSocietySG1992SGXX]SGca]ZTca]e 16.4 39

44 vnhibitionGofGcarbonicGanhydraseUG[rrratumGtoGdocumentGcitedGinGpnXXaO[PfZ]eXZt]UGJournaleofethee
AmericaneChemicaleSocietySG1992SGXX]SGXXZdTXXZd 16.4 2
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43 —roteinGflexibilityGinGaqueousGandGnonaqueousGsolutionsUGJournaleofetheeAmericaneChemicaleSocietySG
1992SGXX]SGXWXX[TXWXXb 16.4 51

42 öheGgasTphaseGandGsolutionTphaseGfreeGenergyGsurfacesGforGcarbonGdioxideGreactionGwithGhydroxideG
Op–ZGRG–uTGUfwdarwUGup–[TPUGJournaleofetheeAmericaneChemicaleSocietySG1992SGXX]SGZc[[TZc[] 16.4 21

41 zechanismGofGtheGhumanGcarbonicGanhydraseGvvTcatalyzedGhydrationGofGcarbonGdioxideUGJournaleofe
theeAmericaneChemicaleSocietySG1992SGXX]SGXW]edTXWaWc 16.4 96

40 nnalysisGofGaGlargeGdataGbaseGofGelectrostaticGpotentialGderivedGatomicGchargesUGJournaleofe
ComputationaleChemistrySG1992SGX[SGc]eTcbc 3.5 110

39 ponformationalGpreferencesGforGhydroxylGgroupsGinGsubstitutedGtetrahydropyransUGJournaleofe
ComputationaleChemistrySG1992SGX[SGccZTceX 3.5 33

38 étudyGofGhydrogenGbondingGinteractionsGrelevantGtoGbiomolecularGstructureGandGfunctionUGJournaleofe
ComputationaleChemistrySG1992SGX[SGXXaXTXXbe 3.5 108

37 vnhibitionGofGcarbonicGanhydraseUGJournaleofetheeAmericaneChemicaleSocietySG1991SGXX[SG]]d]T]]eW 16.4 45

36 parbonGdioxideGbindingGtoGhumanGcarbonicGanhydraseGvvUGJournaleofetheeAmericaneChemicaleSocietySG
1991SGXX[SG]WbT]XX 16.4 142

35 sorceGfieldGdesignGforGmetalloproteinsUGJournaleofetheeAmericaneChemicaleSocietySG1991SGXX[SGdZbZTdZcW 16.4 234

34
qeterminationGofGpxasGofGionizableGgroupsGinGproteinsfGtheGpxaGofGtluGcGandG[aGinGhenGeggsGwhiteG
lysozymeGandGtluGXWbGinGhumanGcarbonicGanhydraseGvvUGJournaleofetheeAmericaneChemicaleSocietySG
1991SGXX[SG[acZT[aca

16.4 59

33
sreeGenergyGcalculationsGonGtheGrelativeGsolvationGfreeGenergiesGofGbenzeneSGanisoleSGandG
XSZS[TtrimethoxybenzenefGtheoreticalGandGexperimentalGanalysisGofGaromaticGmethoxyGsolvationUGThee
JournaleofePhysicaleChemistrySG1991SGeaSGbbbXTbbbb

42

32 pomputerGmodelingGofGtheGinteractionsGofGcomplexGmoleculesUGAccountseofeChemicaleResearchSG1990SG
Z[SGZ]bTZaZ 24.3 134

31 ntomicGchargesGderivedGfromGsemiempiricalGmethodsUGJournaleofeComputationaleChemistrySG1990SGXXSG][XT][e3.5 2668

30 tasTphaseGandGsolutionTphaseGpotentialGenergyGsurfacesGforGcarbonGdioxideGRGnTwaterGOnGiGXSZPUG
JournaleofetheeAmericaneChemicaleSocietySG1990SGXXZSGcec[TcedW 16.4 61

29 vnsightsGintoGtheGfunctionGofGtheGzincGhydroxideTöhrXeeTtluXWbGhydrogenGbondingGnetworkGinG
carbonicGanhydrasesUGJournaleofeMoleculareBiologySG1990SGZX]SGceeTdWZ 6.5 88

28 nnGabGinitioGinvestigationGofGtheGdoubleGprotonGshiftGinGazophenineUGJournaleofetheeAmericane
ChemicaleSocietySG1989SGXXXSG[]bbT[]bd 16.4 11

27 öheGmodeGofGactionGofGcarbonicGanhydraseUGJournaleofetheeAmericaneChemicaleSocietySG1989SGXXXSGab[bTab]e16.4 114

26 sreeGenergyGcalculationsGonGproteinGstabilityfGöhrTXacGUfwdarwUGValTXacGmutationGofGö]GlysozymeUG
JournaleofetheeAmericaneChemicaleSocietySG1989SGXXXSGdaWaTdaWd 16.4 116
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25 sreeGenergyGperturbationGsimulationsGofGtheGinhibitionGofGthermolysinfGpredictionGofGtheGfreeGenergyG
ofGbindingGofGaGnewGinhibitorUGJournaleofetheeAmericaneChemicaleSocietySG1989SGXXXSGab]eTabad 16.4 125

24 nzXGparametersGforGzincUGOrganometallicsSG1988SGcSGaZZTaZ] 3.8 66

23 dXWTdXWGvnteractionsfGmultinuclearGcopperOvPGcomplexesUGInorganiceChemistrySG1988SGZcSGZXZWTZXZc 5.1 230

22 öautomerismGinGfreeGbaseGporphyrinsfGtheGporphyrinGpotentialGenergyGsurfaceUGJournaleofethee
ChemicaleSocietyeChemicaleCommunicationsSG1988SGeW 25

21 [S]TponnectedGcarbonGnetsfGthroughTspaceGandGthroughTbondGinteractionsGinGtheGsolidGstateUGJournale
ofetheeAmericaneChemicaleSocietySG1987SGXWeSGbc]ZTbcaX 16.4 101

20 öheGReformatskiiGreactionUGJournaleofetheeAmericaneChemicaleSocietySG1987SGXWeSGbaa[Tbaa] 16.4 35

19 troundGstatesGofGmoleculesUG—artGd]UGz†q–GcalculationsGforGcompoundsGcontainingGzincUG
OrganometallicsSG1986SGaSGX]e]TX]eb 3.8 47

18 porrectionUGmechanismGofGtheGazuleneGtoGnapthaleneGrearrangementUGJournaleofetheeAmericane
ChemicaleSocietySG1986SGXWdSGaac 16.4 3

17 öheGquestionGofGheavyGatomGtunnelingGinGtheGZTnorbornylGcationUGJournaleofetheeAmericaneChemicale
SocietySG1986SGXWdSGab[]Tab[a 16.4 14

16 öheGpXWudGpotentialGenergyGsurfacefGtheGazuleneTtoTnaphthaleneGrearrangementUGJournaleofethee
AmericaneChemicaleSocietySG1986SGXWdSGaX]ZTaX]a 16.4 17

15 öhermalGrearrangementsGofGpXWudGspeciesgGbenzvaleneGanalogsGandGtheGautomerizationGofG
naphthaleneUGJournaleofetheeAmericaneChemicaleSocietySG1986SGXWdSGaX]bTaXa[ 16.4 16

14 —otentialGenergyGsurfacesGandGtunnelingGdynamicsGofGsomeGwahnTöellerGactiveGmoleculesUGThee
JournaleofePhysicaleChemistrySG1985SGdeSG]c[eT]c]] 35

13 z†q–GcalculationsGforGcompoundsGcontainingGmercuryUGOrganometallicsSG1985SG]SGXeb]TXebb 3.8 47

12 VibrationallyGassistedGtunnellingGOVnöPGinGaGXSaGhydrogenGshiftlUGJournaleofetheeChemicaleSocietye
ChemicaleCommunicationsSG1985SGXbb 23

11 öheGz†q–GpotentialGenergyGsurfaceGandGtunnellingGdynamicsGofGtheGcyclobutaneGradicalGcationUG
ComputationaleandeTheoreticaleChemistrySG1985SGXZZSGaeTba 5

10 –nGtheGdoubleGprotonGshiftGinGazophenineUGComputationaleandeTheoreticaleChemistrySG1985SGXZ]SGXd[TXda 13

9 zechanismGofGtheGazuleneGtoGnaphthaleneGrearrangementUGJournaleofetheeAmericaneChemicaleSociety
SG1985SGXWcSGbXXXTbXXZ 16.4 17

8 nspectsGofGorganomercuryGchemistryUGOrganometallicsSG1985SG]SGXebcTXecZ 3.8 13

(1985-1989)
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7 qevelopmentGandGuseGofGquantumGmolecularGmodelsUG—artGccUGz†q–GcalculationsGforGtheG
dehydrocyclooctatetraenesUGJournaleofetheeAmericaneChemicaleSocietySG1985SGXWcSGbXcaTbXce 16.4 13

6 nspectsGofGorganotinGchemistryUGJournaleofetheeAmericaneChemicaleSocietySG1984SGXWbSGbcc[Tbccc 16.4 30

5 öunnelingGdynamicsGofGcyclobutadieneUGJournaleofetheeAmericaneChemicaleSocietySG1984SGXWbSG]W]WT]W]X 16.4 51

4 —rogressGandGissuesGforGcomputationallyGguidedGleadGdiscoveryGandGoptimizationXTX] 1

3 pomputerTaidedGdrugGdesignfGaGpracticalGguideGtoGproteinTstructureTbasedGmodelingXdXTXeb 2

2 ValidationGofGnzorRVtnssGforGRelativeGsreeGrnergyGpalculations 2

1 pomputerGéimulationGofGyipidGéystemsUGReviewseineComputationaleChemistrySZbeTZed 13
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