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276 nonjugatπβGorganiαGframπworkGwithGthrππTβimπnsionallyGorβπrπβGstaΠlπGstruαturπGanβGβπloαalizπβG
ˇ�GαlouβsUGNaturegCommunicationsSG2013SG[SGYbZa 17.4 404

275 sighTratπGαhargπTαarriπrGtransportGinGporphyrinGαovalπntGorganiαGframπworkseGswitαhingGfromGholπG
toGπlπαtronGtoGamΠipolarGαonβuαtionUGAngewandtegChemiegvgInternationalgEditionSG2012SG]XSGYaXcTYY 16.4 291

274 tnGopπranβoGXTrayGaΠsorptionGfinπGstruαturπGstuβiπsGofGpolyoxomπtalatπGmolπαularGαlustπrGΠattπriπseG
polyoxomπtalatπsGasGπlπαtronGspongπsUGJournalgofgthegAmericangChemicalgSocietySG2012SGXZ[SG[dXcTY[ 16.4 289

273 lnGnTαhannπlGtwoTβimπnsionalGαovalπntGorganiαGframπworkUGJournalgofgthegAmericangChemicalg
SocietySG2011SGXZZSGX[]XWTZ 16.4 277

272 ’παπntGβπvπlopmπntsGinGthπGgπnπralGatomiαGanβGmolπαularGπlπαtroniαGstruαturπGsystπmUGJournalgofg
ChemicalgPhysicsSG2020SGX]YSGX][XWY 3.9 274

271 natalytiαGαovalπntGorganiαGframπworksGviaGporπGsurfaαπGπnginππringUGChemicalgCommunicationsSG
2014SG]WSGXYdYT[ 5.8 243

270
woαkingGαovalπntGorganiαGframπworksGwithGhyβrogπnGΠonβseGgπnπralGanβGrπmarkaΠlπGπffπαtsGonG
αrystallinπGstruαturπSGphysiαalGpropπrtiπsSGanβGphotoαhπmiαalGaαtivityUGJournalgofgthegAmericang
ChemicalgSocietySG2015SGXZbSGZY[XTb

16.4 238

269 lnGamΠipolarGαonβuαtingGαovalπntGorganiαGframπworkGwithGsπlfTsortπβGanβGpπrioβiαGπlπαtronG
βonorTaααπptorGorβπringUGAdvancedgMaterialsSG2012SGY[SGZWYaTZX 24 217

268 nhargπGβynamiαsGinGaGβonorTaααπptorGαovalπntGorganiαGframπworkGwithGpπrioβiαallyGorβπrπβG
ΠiαontinuousGhπtπrojunαtionsUGAngewandtegChemiegvgInternationalgEditionSG2013SG]YSGYWXbTYX 16.4 217

267 ”hπGnaWGformationGpuzzlπGIsolvπβIeGQxVxoGsimulationsGrπvπalGthπGshrinkingGhotGgiantGroaβGofGthπG
βynamiαGfullπrπnπGsπlfTassπmΠlyGmπαhanismUGJournalgofgPhysicalgChemistrygBSG2006SGXXWSGX[]ZXT[] 3.4 212

266 oq”mRSGaGsoftwarπGpaαkagπGforGπffiαiπntGapproximatπGβπnsityGfunαtionalGthπoryGΠasπβGatomistiαG
simulationsUGJournalgofgChemicalgPhysicsSG2020SGX]YSGXY[XWX 3.9 210

265 nomΠinπβGπxpπrimπntalGanβGthπorπtiαalGstuβiπsGonGthπGphotophysiαalGpropπrtiπsGofG
αyαloparaphπnylπnπsUGOrganicgandgBiomoleculargChemistrySG2012SGXWSG]dbdTc[ 3.9 202

264
nontrolGofGαrystallinityGanβGporosityGofGαovalπntGorganiαGframπworksGΠyGmanagingGintπrlayπrG
intπraαtionsGΠasπβGonGsπlfTαomplπmπntaryGˇ�TπlπαtroniαGforαπUGJournalgofgthegAmericangChemicalg
SocietySG2013SGXZ]SG][aTd

16.4 189

263 ’ationalGβπsignGofGαrystallinπGsupπrmiαroporousGαovalπntGorganiαGframπworksGwithGtriangularG
topologiπsUGNaturegCommunicationsSG2015SGaSGbbca 17.4 185

262
†aramπtπrGnaliΠrationGofG”ransitionTxπtalGplπmπntsGforGthπG“pinT†olarizπβG“πlfTnonsistπntTnhargπG
oπnsityTqunαtionalG”ightTminβingGOoq”mPGxπthoβeGG“αSG”iSGqπSGnoSGanβGyiUGJournalgofgChemicalgTheoryg
andgComputationSG2007SGZSGXZ[dTab

6.4 177

261 “πnsitivityGofGammoniaGintπraαtionGwithGsinglπTwallπβGαarΠonGnanotuΠπGΠunβlπsGtoGthπGprπsπnαπGofG
βπfπαtGsitπsGanβGfunαtionalitiπsUGJournalgofgthegAmericangChemicalgSocietySG2005SGXYbSGXW]ZZTc 16.4 156

260
nrπationGofG“upπrhπtπrojunαtionG†olymπrsGviaGoirπαtG†olyαonβπnsationeG“πgrπgatπβGanβG
miαontinuousGoonorTlααπptorGˇ�TnolumnarGlrraysGinGnovalπntGzrganiαGqramπworksGforGwongTwivπβG
nhargπG“πparationUGJournalgofgthegAmericangChemicalgSocietySG2015SGXZbSGbcXbTYb

16.4 152
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259 lGˇ�TαonjugatπβGsystπmGwithGflπxiΠilityGanβGrigiβityGthatGshowsGπnvironmπntTβπpπnβπntG’rmG
luminπsαπnαπUGJournalgofgthegAmericangChemicalgSocietySG2013SGXZ]SGcc[YT] 16.4 146

258 “upπrTrπβuαπβGpolyoxomπtalatπseGπxαπllπntGmolπαularGαlustπrGΠattπryGαomponπntsGanβG
sπmipπrmπaΠlπGmolπαularGαapaαitorsUGJournalgofgthegAmericangChemicalgSocietySG2014SGXZaSGdW[YT]Y 16.4 136

257 wightTpmittingGnovalπntGzrganiαGqramπworkseGqluorπsαπnαπGtmprovingGviaG†inpointG“urgπryGanβG
“πlπαtivπG“witαhTznG“πnsingGofGlnionsUGJournalgofgthegAmericangChemicalgSocietySG2018SGX[WSGXYZb[TXYZbb16.4 126

256 †πrformanαπGofGthπGoq”mGmπthoβGinGαomparisonGtoGoq”GanβGsπmiπmpiriαalGmπthoβsGforGgπomπtriπsG
anβGπnπrgiπsGofGnYWâ��ncaGfullπrπnπGisomπrsUGChemicalgPhysicsgLettersSG2005SG[XYSGYXWTYXa 2.5 122

255 ”woTβimπnsionalGtπtrathiafulvalπnπGαovalπntGorganiαGframπworkseGtowarβsGlattiαπβGαonβuαtivπG
organiαGsaltsUGChemistrygvgAgEuropeangJournalSG2014SGYWSGX[aWcTXZ 4.8 109

254 xπαhanismsGofGsinglπTwallπβGαarΠonGnanotuΠπGnuαlπationSGgrowthSGanβGhπalingGβπtπrminπβGusingG
QxVxoGmπthoβsUGAccountsgofgChemicalgResearchSG2010SG[ZSGXZb]Tc] 24.3 103

253 wargπGporπGβonorâ��aααπptorGαovalπntGorganiαGframπworksUGChemicalgScienceSG2013SG[SG[]W] 9.4 100

252 ’apiβGgrowthGofGaGsinglπTwallπβGαarΠonGnanotuΠπGonGanGironGαlustπreGβπnsityTfunαtionalG
tightTΠinβingGmolπαularGβynamiαsGsimulationsUGACSgNanoSG2008SGYSGX[ZbT[[ 16.7 94

251 lGyπwG”riazinπTmasπβGnovalπntGzrganiαGqramπworkGforGsighT†πrformanαπGnapaαitivπGpnπrgyG
“toragπUGChemSusChemSG2017SGXWSGdYXTdYd 8.3 88

250 lGstrapGstratπgyGforGαonstruαtionGofGanGπxαitπβTstatπGintramolπαularGprotonGtransfπrGOp“t†”PGsystπmG
withGβualGfluorπsαπnαπUGAngewandtegChemiegvgInternationalgEditionSG2014SG]ZSGcYZXT] 16.4 88

249 sighT’atπGnhargπTnarriπrG”ransportGinG†orphyrinGnovalπntGzrganiαGqramπworkseG“witαhingGfromG
solπGtoGplπαtronGtoGlmΠipolarGnonβuαtionUGAngewandtegChemieSG2012SGXY[SGYabYTYaba 3.6 86

248 pviβπnαπGforGaGnπwGtwoTβimπnsionalGn[sTtypπGpolymπrGΠasπβGonGhyβrogπnatπβGgraphπnπUG
AdvancedgMaterialsSG2011SGYZSG[[dbT]WZ 24 86

247 QxVxoGsimulationGofG“Wy”GnuαlπationGonGtransitionTmπtalGαarΠiβπGnanopartiαlπsUGJournalgofgtheg
AmericangChemicalgSocietySG2010SGXZYSGX]addTbWb 16.4 86

246 QuantumGαhπmiαalGmolπαularGβynamiαsGsimulationGofGsinglπTwallπβGαarΠonGnanotuΠπGαapGnuαlπationG
onGanGironGpartiαlπUGACSgNanoSG2009SGZSGZ[XZTYW 16.7 85

245 nomparisonGofGintπrfaαialGπlπαtronGtransfπrGthroughGαarΠoxylatπGanβGphosphonatπGanαhoringG
groupsUGJournalgofgPhysicalgChemistrygASG2007SGXXXSGacZYT[Y 2.8 84

244 ”πmplatπGπffπαtGinGthπGαompπtitionGΠπtwππnGsaπαkπlitπGanβGgraphπnπGgrowthGonGyiOXXXPeGquantumG
αhπmiαalGmolπαularGβynamiαsGsimulationsUGJournalgofgthegAmericangChemicalgSocietySG2011SGXZZSGXccZbT[Y16.4 82

243 oπsignπβGsynthπsisGofGβouΠlπTstagπGtwoTβimπnsionalGαovalπntGorganiαGframπworksUGScientificg
ReportsSG2015SG]SGX[a]W 4.9 81

242 tnsightsGintoGαarΠonGnanotuΠπGanβGgraphπnπGformationGmπαhanismsGfromGmolπαularGsimulationseGaG
rπviπwUGReportsgongProgressgingPhysicsSG2015SGbcSGWZa]WX 14.4 80
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241 wightTmπltGaβhπsivπGΠasπβGonGβynamiαGαarΠonGframπworksGinGaGαolumnarGliquiβTαrystalGphasπUG
NaturegCommunicationsSG2016SGbSGXYWd[ 17.4 79

240 qromGnYGxolπαulπsGtoG“πlfTlssπmΠlπβGqullπrπnπsGinGQuantumGnhπmiαalGxolπαularGoynamiαsUGNanog
LettersSG2003SGZSGXa]bTXaa[ 11.5 79

239 rrowthGofGαarΠonGnanotuΠπsGviaGtwistπβGgraphπnπGnanoriΠΠonsUGNaturegCommunicationsSG2013SG[SGY][c 17.4 77

238 “taαkπβGantiaromatiαGporphyrinsUGNaturegCommunicationsSG2016SGbSGXZaYW 17.4 76

237 xolπαularGsimulationGofGwatπrGanβGhyβrationGπffπαtsGinGβiffπrπntGπnvironmπntseGαhallπngπsGanβG
βπvπlopmπntsGforGoq”mGΠasπβGmoβπlsUGJournalgofgPhysicalgChemistrygBSG2014SGXXcSGXXWWbTYb 3.4 74

236 oimπrizationTtnitiatπβG†rπfπrπntialGqormationGofGnoronπnπTmasπβGrraphπnπGyanoriΠΠonsGinGnarΠonG
yanotuΠπsUGJournalgofgPhysicalgChemistrygCSG2012SGXXaSGX]X[XTX]X[] 3.8 74

235
QuantumGnhπmiαalG“tuβyGofGthπGoissoαiativπGlβsorptionGofGzsGanβGsYzGonG†ristinπGanβGoπfπαtivπG
rraphitπGOWWWXPG“urfaαπseG’πaαtionGxπαhanismsGanβGvinπtiαsUGJournalgofgPhysicalgChemistrygCSG2007SG
XXXSGXZ]]TXZa]

3.8 72

234
”hrππGpillarsGforGaαhiπvingGquantumGmπαhaniαalGmolπαularGβynamiαsGsimulationsGofGhugπGsystπmseG
oiviβπTanβTαonquπrSGβπnsityTfunαtionalGtightTΠinβingSGanβGmassivπlyGparallπlGαomputationUGJournalg
ofgComputationalgChemistrySG2016SGZbSGXdcZTdY

3.5 72

233 “upπrαomputπrTmasπβGpnsπmΠlπGooαkingGorugGoisαovπryG†ipπlinπGwithGlppliαationGtoGnoviβTXdUG
JournalgofgChemicalgInformationgandgModelingSG2020SGaWSG]cZYT]c]Y 6.1 71

232 yπarlyGπxαlusivπGgrowthGofGsmallGβiamπtπrGsπmiαonβuαtingGsinglπTwallGαarΠonGnanotuΠπsGfromG
organiαGαhπmistryGsynthπtiαGπnβTαapGmolπαulπsUGNanogLettersSG2015SGX]SG]caTd] 11.5 69

231 syΠriβizationGofGaGflπxiΠlπGαyαlooαtatπtraπnπGαorπGanβGrigiβGaαπnπimiβπGwingsGforGmultiluminπsαπntG
flappingGˇ�GsystπmsUGChemistrygvgAgEuropeangJournalSG2014SGYWSGYXdZTYWW 4.8 68

230 oπnsityTqunαtionalG”ightTminβingGnomΠinπβGwithGthπGqragmπntGxolπαularGzrΠitalGxπthoβUGJournalg
ofgChemicalgTheorygandgComputationSG2014SGXWSG[cWXTXY 6.4 67

229 rrowthGofGwinπarGnarΠonGnhainsGinsiβπG”hinGoouΠlπTWallGnarΠonGyanotuΠπsUGJournalgofgPhysicalg
ChemistrygCSG2011SGXX]SGXZXaaTXZXbW 3.8 67

228 zriginGofGthπGsizπTβπpπnβπntGfluorπsαπnαπGΠluπshiftGinGÃnüαyαloparaphπnylπnπsUGChemicalgScienceSG
2013SG[SGXcbTXd] 9.4 66

227 lnalytiαalGsπαonβTorβπrGgπomπtriαalGβπrivativπsGofGπnπrgyGforGthπGsπlfTαonsistπntTαhargπG
βπnsityTfunαtionalGtightTΠinβingGmπthoβUGJournalgofgChemicalgPhysicsSG2004SGXYXSG]XaZTbW 3.9 63

226 “Wy”GnuαlπationGfromGαarΠonTαoatπβG“izYGnanopartiαlπsGviaGaGvaporTsoliβTsoliβGmπαhanismUGJournalg
ofgthegAmericangChemicalgSocietySG2011SGXZZSGaYXTc 16.4 61

225 ’πaαtivπGxolπαularGoynamiαsG“imulationGofGqullπrπnπGnomΠustionG“ynthπsiseG’πaxqqGvsGoq”mG
†otπntialsUGJournalgofgChemicalgTheorygandgComputationSG2011SGbSGYW[WTc 6.4 61

224 oirπαtGaΠGinitioGvariationalGαalαulationGofGviΠrationalGπnπrgiπsGofGthπGsYzjnlâ��GαomplπxGanβG
rπsolutionGofGπxpπrimπntalGβiffπrπnαπsUGJournalgofgChemicalgPhysicsSG2000SGXXZSGc[WXTc[WZ 3.9 61
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223 nomparisonGofGgπomπtriαSGπlπαtroniαSGanβGviΠrationalGpropπrtiπsGforGisomπrsGofGsmallGfullπrπnπsG
nYWTnZaUGJournalgofgPhysicalgChemistrygASG2007SGXXXSGaa[dT]b 2.8 60

222 lGfπmtomolarTrangπGsuiαiβπGgπrminationGstimulantGforGthπGparasitiαGplantUGScienceSG2018SGZaYSGXZWXTXZW]33.3 59

221 ZwittπrioniαGwaββπrG“tilΠπnπsGwithG†hosphoniumGanβGmoratπGmriβgπseGtntramolπαularGnasαaβπG
nyαlizationGanβG“truαturπâ��†hotophysiαalG†ropπrtiπsG’πlationshipUGOrganometallicsSG2011SGZWSGZcbWTZcbd 3.8 58

220 ’htTαatalyzπβGalβolTtypπGrπaαtionGofGorganonitrilπsGunβπrGmilβGαonβitionsUGChemicalgCommunications
SG2008SGYYXYT[ 5.8 58

219 oπfπαtGsπalingGβuringG“inglπTWallπβGnarΠonGyanotuΠπGrrowtheGlGoπnsityTqunαtionalG”ightTminβingG
xolπαularGoynamiαsGtnvπstigationUGJournalgofgPhysicalgChemistrygCSG2009SGXXZSGYWXdcTYWYWb 3.8 57

218 ”tn”GfluorπsαπnαπGofGyTΠorylatπβGYS]TβiarylpyrrolπseGaGgπarGlikπGβualGmotionGinGthπGπxαitπβGstatπUG
DaltongTransactionsSG2013SG[YSGaYWT[ 4.3 55

217 lGyπwG†orousG†olymπrGforGsighlyGpffiαiπntGnapaαitivπGpnπrgyG“toragπUGACSgSustainablegChemistryg
andgEngineeringSG2018SGaSGYWYTYWd 8.3 54

216 nTsGaαtivationGgπnπratπsGpπrioβTshortπningGmolπαulπsGthatGtargπtGαryptoαhromπGinGthπGmammalianG
αirαaβianGαloαkUGAngewandtegChemiegvgInternationalgEditionSG2015SG][SGbXdZTb 16.4 50

215 nomΠinπβGaΠGinitioGanβGβπnsityGfunαtionalGstuβyGonGpolaronGtoGΠipolaronGtransitionsGinGoligophπnylsG
anβGoligothiophπnπsUGJournalgofgChemicalgPhysicsSG1997SGXWbSGZWYXTZWZX 3.9 49

214 plπαtriαallyGlαtivatπβGnonβuαtivityGanβGWhitπGwightGpmissionGofGaGsyβroαarΠonGyanoringTtoβinπG
lssπmΠlyUGAngewandtegChemiegvgInternationalgEditionSG2017SG]aSGXXXdaTXXYWY 16.4 49

213 moostingGπlπαtrosynthπsisGofGammoniaGonGsurfaαπTπnginππrπβGxXπnπG”iZnYUGNanogEnergySG2020SGbYSGXW[acX17.1 48

212 “inglπTwallπβGαarΠonGnanotuΠπGgrowthGfromGαhiralGαarΠonGnanoringseGprπβiαtionGofGαhiralityGanβG
βiamπtπrGinfluπnαπGonGgrowthGratπsUGJournalgofgthegAmericangChemicalgSocietySG2012SGXZ[SGX]ccbTda 16.4 48

211 oirπαtGπviβπnαπGofGaαtivπGanβGinaαtivπGphasπsGofGqπGαatalystGnanopartiαlπsGforGαarΠonGnanotuΠπG
formationUGJournalgofgCatalysisSG2014SGZXdSG][TaW 7.3 47

210 qormationGofGqullπrπnπGxolπαulπsGfromGnarΠonGyanotuΠπseGGlGQuantumGnhπmiαalGxolπαularG
oynamiαsG“tuβyUGNanogLettersSG2003SGZSG[a]T[bW 11.5 47

209 ”hπGintπrnalGαoorβinatπGpathGsamiltonianfGappliαationGtoGmπthanolGanβGmalonalβπhyβπUGMolecularg
PhysicsSG2003SGXWXSGZ]XZTZ]Y] 1.7 47

208 nonstraintTinβuαπβGstruαturalGβπformationGofGplanarizπβGtriphπnylΠoranπsGinGthπGπxαitπβGstatπUG
ChemicalgScienceSG2014SG]SGXYdaTXZW[ 9.4 46

207 plπαtriαalGswitαhingGΠπhaviorGofGaGÃaWüfullπrπnπTΠasπβGmolπαularGwirπGπnαapsulatπβGinGaGsynβiotaαtiαG
polyOmπthylGmπthaαrylatπPGhπliαalGαavityUGAngewandtegChemiegvgInternationalgEditionSG2013SG]YSGXW[dT]Z 16.4 46

206
nouplπβGαlustπrGanβGβπnsityGfunαtionalGthπoryGαalαulationsGofGatomiαGhyβrogπnGαhπmisorptionGonG
pyrπnπGanβGαoronπnπGasGmoβπlGsystπmsGforGgraphπnπGhyβrogπnationUGJournalgofgPhysicalgChemistryg
ASG2012SGXXaSGbX][TaW

2.8 46
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205 nhargπGoynamiαsGinGlGoonorâ��lααπptorGnovalπntGzrganiαGqramπworkGwithG†πrioβiαallyGzrβπrπβG
miαontinuousGsπtπrojunαtionsUGAngewandtegChemieSG2013SGXY]SGYWbXTYWb] 3.6 46

204 WatπrGαlustπrsGonGgraphitπeGmπthoβologyGforGquantumGαhπmiαalGaGprioriGprπβiαtionGofGrπaαtionGratπG
αonstantsUGJournalgofgPhysicalgChemistrygASG2005SGXWdSGd]aZTbY 2.8 46

203 “uΠstituπntGpffπαtsGofGTyzGanβGTyzYSGrroupsGinGlromatiαG“ystπmsUGJournalgofgOrganicgChemistrySG
1995SGaWSGab[[Tab]] 4.2 46

202 xilπstonπsGinGmolπαularGβynamiαsGsimulationsGofGsinglπTwallπβGαarΠonGnanotuΠπGformationeGlGΠriπfG
αritiαalGrπviπwUGNanogResearchSG2009SGYSGb]]Tbab 10 45

201 nyαloparaphπnylπnπGasGaGmolπαularGporousGαarΠonGsoliβGwithGuniformGporπsGπxhiΠitingG
aβsorptionTinβuαπβGsoftnπssUGChemicalgScienceSG2016SGbSG[YW[T[YXW 9.4 44

200 QuantumGαhπmiαalGsimulationsGrπvπalGaαπtylπnπTΠasπβGgrowthGmπαhanismsGinGthπGαhπmiαalGvaporG
βπpositionGsynthπsisGofGαarΠonGnanotuΠπsUGCarbonSG2014SGbYSGYYTZb 10.4 44

199 QuantumGαhπmiαalGmolπαularGβynamiαsGsimulationsGofGβynamiαGfullπrπnπGsπlfTassπmΠlyGinGΠπnzπnπG
αomΠustionUGACSgNanoSG2009SGZSGYY[XT]b 16.7 44

198
lnGaΠGinitioGinvπstigationGofGthπGαhargπTtransfπrGαomplπxπsGofGalkaliGatomsGwithGoligoGO˛–S˛–jPG
thiophπnπsGanβGoligoparaphπnylπnπseGlGmoβπlGαalαulationGonGpolaroniαGanβGΠipolaroniαGβπfπαtG
struαturπsUGJournalgofgChemicalgPhysicsSG1995SGXWZSGX]WcTX]YY

3.9 44

197 sotGriantGqullπrπnπsGpjπαtGanβGnapturπGnYGxolπαulπseGQxVxoG“imulationsGwithGnonstantGoπnsityUG
JournalgofgPhysicalgChemistrygCSG2011SGXX]SGYYbWbTYYbXa 3.8 42

196 †olyynπGnhainGrrowthGanβG’ingGnollapsπGorivπsGyiTnatalyzπβG“Wy”GrrowtheGlGQxVxoG
tnvπstigationUGJournalgofgPhysicalgChemistrygCSG2010SGXX[SGcYWaTcYXX 3.8 42

195 †aramπtrizationGanβGmπnαhmarkGofGwongT’angπGnorrπαtπβGoq”mYGforGzrganiαGxolπαulπsUGJournalgofg
ChemicalgTheorygandgComputationSG2018SGX[SGXX]TXY] 6.4 41

194 lutomatizπβG†aramπtπrizationGofGoq”mG–singG†artiαlπG“warmGzptimizationUGJournalgofgChemicalg
TheorygandgComputationSG2016SGXYSG]ZTa[ 6.4 41

193 oπnsityTfunαtionalGtightTΠinβingGmolπαularGβynamiαsGsimulationsGofG“Wny”GgrowthGΠyGsurfaαπG
αarΠonGβiffusionGonGanGironGαlustπrUGCarbonSG2009SG[bSGXYbWTXYb] 10.4 40

192
”πmpπraturπGoπpπnβπnαπGofGtronTnatalyzπβGnontinuπβG“inglπTWallπβGnarΠonGyanotuΠπGrrowthG
’atπseGoπnsityGqunαtionalG”ightTminβingGxolπαularGoynamiαsG“imulationsUGJournalgofgPhysicalg
ChemistrygCSG2009SGXXZSGX]dTXad

3.8 40

191 nomparisonGofGsinglπTwallπβGαarΠonGnanotuΠπGgrowthGfromGqπGanβGyiGnanopartiαlπsGusingGquantumG
αhπmiαalGmolπαularGβynamiαsGmπthoβsUGCarbonSG2010SG[cSGZWX[TZWYa 10.4 40

190
xoβπlingGαarΠonGnanostruαturπsGwithGthπGsπlfTαonsistπntGαhargπGβπnsityTfunαtionalGtightTΠinβingG
mπthoβeGviΠrationalGspπαtraGanβGπlπαtroniαGstruαturπGofGnOYcPSGnOaWPSGanβGnObWPUGJournalgofgChemicalg
PhysicsSG2006SGXY]SGYX[bWa

3.9 40

189
wargπT“αalπGQuantumTxπαhaniαalGxolπαularGoynamiαsG“imulationsG–singGoπnsityTqunαtionalG
”ightTminβingGnomΠinπβGwithGthπGqragmπntGxolπαularGzrΠitalGxπthoβUGJournalgofgPhysicalg
ChemistrygLettersSG2015SGaSG]WZ[Td

6.4 39

188 QuantumGαhπmiαalGinvπstigationGofGπpoxiβπGanβGπthπrGgroupsGinGgraphπnπGoxiβπGanβGthπirG
viΠrationalGspπαtraUGPhysicalgChemistrygChemicalgPhysicsSG2013SGX]SGZbY]TZ] 3.6 39
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187 ’πgiosπlπαtivityGαontrolGofGgraphπnπGfunαtionalizationGΠyGripplπsUGPhysicalgChemistrygChemicalg
PhysicsSG2011SGXZSGXd[[dT]Z 3.6 39

186 QuantumGnhπmiαalGxolπαularGoynamiαsGxoβπlG“tuβyGofGqullπrπnπGqormationGfromGzpπnTpnβπβG
narΠonGyanotuΠπsâ� UGJournalgofgPhysicalgChemistrygASG2004SGXWcSGZXcYTZXd[ 2.8 39

185 yuαlπationGofGrraphπnπG†rπαursorsGonG”ransitionGxπtalG“urfaαπseGtnsightsGfromG”hπorπtiαalG
“imulationsUGJournalgofgPhysicalgChemistrygCSG2013SGXXbSGX[c]cTX[ca[ 3.8 38

184 “uΠTsurfaαπGnuαlπationGofGgraphπnπGprπαursorsGnπarGaGyiOXXXPGstπpTπβgπUGChemicalgCommunicationsSG
2012SG[cSGbdZbTd 5.8 37

183 ”owarβsGformationGofGΠuαkminstπrfullπrπnπGnaWGinGquantumGαhπmiαalGmolπαularGβynamiαsUGJournalg
ofgChemicalgPhysicsSG2005SGXYYSGX[bWc 3.9 37

182 yπarGinfrarπβGtwoTphotonTπxαitπβGanβGTπmissivπGβyπsGΠasπβGonGaGstrappπβGπxαitπβTstatπG
intramolπαularGprotonTtransfπrGOp“t†”PGsαaffolβUGChemicalgScienceSG2018SGdSGYaaaTYabZ 9.4 36

181 rraphπnπGnuαlπationGonGaGsurfaαπTmoltπnGαoppπrGαatalysteGquantumGαhπmiαalGmolπαularGβynamiαsG
simulationsUGChemicalgScienceSG2014SG]SGZ[dZTZ]WW 9.4 36

180 oynamiαsGofGloαalGαhiralityGβuringG“Wny”GgrowtheGarmαhairGvπrsusGzigzagGnanotuΠπsUGJournalgofgtheg
AmericangChemicalgSocietySG2012SGXZ[SGdZXXTd 16.4 36

179 qullπrπnπseGformationSGstaΠilitySGanβGrπaαtivityUGWileygInterdisciplinarygReviews:gComputationalg
MoleculargScienceSG2011SGXSGZ]WTZab 7.9 36

178 QuantumGαhπmiαalGprπβiαtionGofGrπaαtionGpathwaysGanβGratπGαonstantsGforGβissoαiativπGaβsorptionG
ofGnzOxPGanβGyzOxPGonGthπGgraphitπGOWWWXPGsurfaαπUGJournalgofgPhysicalgChemistrygBSG2006SGXXWSGYXXZ]T[[ 3.4 36

177 zriginGofGthπGlinπarGrπlationshipGΠπtwππnGnsYVysVzT“Wy”GrπaαtionGπnπrgiπsGanβGsiβπwallG
αurvaturπeGarmαhairGnanotuΠπsUGJournalgofgthegAmericangChemicalgSocietySG2006SGXYcSGX]XXbTYa 16.4 35

176 ”opologyT”πmplatπβG“ynthπsisGofGnrystallinπG†orousGnovalπntGzrganiαGqramπworksUGAngewandteg
ChemiegvgInternationalgEditionSG2020SG]dSGXYXaYTXYXad 16.4 34

175 lGxaαroαyαliαGqluorophorπGoimπrGwithGqlπxiΠlπGwinkπrseGmrightGpxαimπrGpmissionGwithGaGwongG
qluorπsαπnαπGwifπtimπUGAngewandtegChemiegvgInternationalgEditionSG2016SG]]SGbXZXT] 16.4 34

174 yaturπGofG’πaαtivπGsyβrogπnGforGlmmoniaG“ynthπsisGovπrGaG’uVnXYlbGplπαtriβπGnatalystUGJournalgofg
thegAmericangChemicalgSocietySG2020SGX[YSGba]]Tbaab 16.4 33

173 “toαhastiαGstruαturπGβπtπrminationGforGαonformationallyGflπxiΠlπGhπtπrogπnousGmolπαularGαlustπrseG
appliαationGtoGioniαGliquiβsUGJournalgofgComputationalgChemistrySG2013SGZ[SGY]dXTaWW 3.5 33

172 oπvπlopmπntGofG“mallTxolπαulπGnryptoαhromπG“taΠilizπrGoπrivativπsGasGxoβulatorsGofGthπG
nirαaβianGnloαkUGChemMedChemSG2015SGXWSGX[cdTdb 3.7 33

171 nonvπrgπnαπGinGthπGπvolutionGofGnanoβiamonβG’amanGspπαtraGwithGpartiαlπGsizπeGaGthπorπtiαalG
invπstigationUGACSgNanoSG2010SG[SG[[b]Tca 16.7 33

170 oramatiαGrπβuαtionGofGt’GviΠrationalGαrossGsπαtionsGofGmolπαulπsGπnαapsulatπβGinGαarΠonGnanotuΠπsUG
JournalgofgthegAmericangChemicalgSocietySG2011SGXZZSGcXdXTc 16.4 33

(2011-2011)
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169 QuantumGαhπmiαalGmolπαularGβynamiαsGstuβyGofGIshrinkingIGofGhotGgiantGfullπrπnπsUGJournalgofg
NanosciencegandgNanotechnologySG2007SGbSGXaaYTd 1.3 33

168 oipolπGmomπntsGofGhighlyGviΠrationallyGπxαitπβGsnyeG”hπorπtiαalGprπβiαtionGofGanGπxpπrimπntalG
βiagnostiαGforGβπloαalizπβGstatπsUGJournalgofgChemicalgPhysicsSG2001SGXX[SGbdYZTbdZ[ 3.9 33

167 UGACSgSustainablegChemistrygandgEngineeringSG2018SGaSGXaXWTXaXd 8.3 33

166 vinπtiαGtsotopπGpffπαtGinGthπGsyβrogπnationGanβGoπutπrationGofGrraphπnπUGAdvancedgFunctionalg
MaterialsSG2013SGYZSGXaYcTXaZ] 15.6 32

165
“ynthπsisGofGXTphosphaTYTΠoraaαπnaphthπnπseGrπβuαtivπGXSYTarylGmigrationGofG
XTβiarylΠorylTcTβiαhlorophosphinonaphthalπnπsUGAngewandtegChemiegvgInternationalgEditionSG2011SG
]WSGXWd[WTZ

16.4 32

164 ”hπorπtiαalG“tuβyGofG“truαturπGanβG’amanG“pπαtraGforGxoβπlsGofGnarΠonGyanotuΠπsGinG”hπirG
†ristinπGanβGzxiβizπβGqormsUGJournalgofgPhysicalgChemistrygASG2002SGXWaSGXXdbZTXXdcW 2.8 32

163 “uΠstituπntGπffπαtsGonGtwistπβGintπrnalGαhargπGtransfπrGπxαitπβGstatπsGofGyTΠorylatπβGαarΠazolπsG
anβGOβiphπnylaminoPΠoranπsUGJournalgofgPhysicalgChemistrygASG2012SGXXaSGXX]XTc 2.8 31

162 lGˇ�TstaαkπβGphπnylaαπtylπnπGβimπrUGPhysicalgChemistrygChemicalgPhysicsSG2011SGXZSGXabWaTXY 3.6 31

161 “inglπTwallπβGαarΠonGnanotuΠπGgrowthGfromGaGαapGfragmπntGonGanGironGnanopartiαlπeG
oπnsityTfunαtionalGtightTΠinβingGmolπαularGβynamiαsGsimulationsUGPhysicalgReviewgBSG2009SGbdSG 3.3 30

160 qaΠriαationGanβGoptiαalGproΠingGofGhighlyGπxtπnβπβSGultrathinGgraphπnπGnanoriΠΠonsGinGαarΠonG
nanotuΠπsUGACSgNanoSG2015SGdSG]WZ[T[W 16.7 29

159 ”woTβimπnsionalGartifiαialGlightTharvπstingGantπnnaπGwithGprπβπsignπβGhighTorβπrGstruαturπGanβG
roΠustGphotosπnsitisingGaαtivityUGScientificgReportsSG2016SGaSGZYd[[ 4.9 29

158 ”hirβTorβπrGβπnsityTfunαtionalGtightTΠinβingGαomΠinπβGwithGthπGfragmπntGmolπαularGorΠitalG
mπthoβUGChemicalgPhysicsgLettersSG2015SGaZaSGdWTda 2.5 28

157 xolπαularGβynamiαsGsimulationGofGhyβrogπnGatomGsputtπringGonGthπGsurfaαπGofGgraphitπGwithGβπfπαtG
anβGπβgπUGJournalgofgNucleargMaterialsSG2009SGZdWTZdXSGXcZTXcb 3.3 28

156 ”hπGqragmπntGxolπαularGzrΠitalGxπthoβGmasπβGonGwongT’angπGnorrπαtπβGoπnsityTqunαtionalG
”ightTminβingUGJournalgofgChemicalgTheorygandgComputationSG2019SGX]SGZWWcTZWYW 6.4 27

155 ”hπorπtiαalGinsightsGintoGαhiralityTαontrollπβG“Wny”GgrowthGfromGaGαyαloparaphπnylπnπGtπmplatπUG
ChemPhysChemSG2012SGXZSGX[bdTc] 3.2 26

154 nollisionTinβuαπβGfusionGofGtwoGnaWGfullπrπnπseGQuantumGαhπmiαalGmolπαularGβynamiαsGsimulationsUG
PhysicalgReviewgBSG2010SGcYSG 3.3 26

153 tntπraαtionGofGaαπtonπGwithGsinglπGwallGαarΠonGnanotuΠπsGatGαryogπniαGtπmpπraturπseGaGαomΠinπβG
tπmpπraturπGprogrammπβGβπsorptionGanβGthπorπtiαalGstuβyUGLangmuirSG2008SGY[SGbc[cT]a 4 26

152 zytzxG“tuβyGofG’ingGzpπningGanβGxπtalGtnsπrtionG’πaαtionsGwithGoπrivativπsGofGnaWeGG’olπGofG
lromatiαityGinGthπGzpπningG†roαπssUGJournalgofgPhysicalgChemistrygASG2002SGXWaSGacWTacc 2.8 26
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151 QuantumGoynamiαsG“imulationsG’πvπalG—iΠroniαGpffπαtsGonGthπGzptiαalG†ropπrtiπsGofG
ÃnünyαloparaphπnylπnπsUGJournalgofgChemicalgTheorygandgComputationSG2014SGXWSG[WY]TZa 6.4 25

150 QuantumGnhπmiαalG†rπβiαtionGofG†athwaysGanβG’atπGnonstantsGforG’πaαtionsGofGnzGanβGnzYGwithG
—aαanαyGoπfπαtsGonGrraphitπGOWWWXPG“urfaαπsUGJournalgofgPhysicalgChemistrygCSG2009SGXXZSGXcbbYTXcbbb 3.8 25

149 QuantumGnhπmiαalG“imulationGofGnarΠonGyanotuΠπGyuαlπationGonGllYzZGnatalystsGviaGns[G
nhπmiαalG—aporGoπpositionUGJournalgofgthegAmericangChemicalgSocietySG2015SGXZbSGdYcXTc 16.4 24

148 rraphπnπGyuαlπationGfromGlmorphousGyiαkπlGnarΠiβπseGQxVxoG“tuβiπsGonGthπG’olπGofG“uΠsurfaαπG
narΠonGoπnsityUGJournalgofgPhysicalgChemistrygCSG2014SGXXcSGXXWbcTXXWc[ 3.8 24

147 qormationGmπαhanismGofGpolyαyαliαGaromatiαGhyβroαarΠonsGinGΠπnzπnπGαomΠustioneGQuantumG
αhπmiαalGmolπαularGβynamiαsGsimulationsUGJournalgofgChemicalgPhysicsSG2010SGXZYSGYY[ZWZ 3.9 24

146 “imulationsGofGthπGsynthπsisGofGΠoronTnitriβπGnanostruαturπsGinGaGhotSGhighGprπssurπGgasGvolumπUG
ChemicalgScienceSG2018SGdSGZcWZTZcXd 9.4 23

145 ”hπorπtiαalGstuβyGofGαπlloΠiosπGhyβrolysisGtoGgluαosπGinGioniαGliquiβsUGChemicalgPhysicsgLettersSG2014SG
aWZSGbTXY 2.5 23

144 lG“trapG“tratπgyGforGnonstruαtionGofGanGpxαitπβT“tatπGtntramolπαularG†rotonG”ransfπrGOp“t†”PG
“ystπmGwithGoualGqluorπsαπnαπUGAngewandtegChemieSG2014SGXYaSGcZbWTcZb[ 3.6 23

143 ”hπorπtiαalGtnvπstigationGofGthπG“truαturπsGanβGoynamiαsGofGnrystallinπGxolπαularGryrosαopπsUG
JournalgofgPhysicalgChemistrygCSG2012SGXXaSGY[c[]TY[c][ 3.8 23

142 “tπpTπβgπGsπlfTassπmΠlyGβuringGgraphπnπGnuαlπationGonGaGniαkπlGsurfaαπeGQxVxoGsimulationsUG
NanoscaleSG2014SGaSGX[WT[ 7.7 22

141 ltomTΠyTatomGsimulationsGofGgraphπnπGgrowthGΠyGβπαompositionGofG“inGOWWWXPeGtmpaαtGofGthπG
suΠstratπGstπpsUGAppliedgPhysicsgLettersSG2013SGXWZSGX[XaWY 3.4 21

140 narΠonGyanotuΠπsGrrowGonGthπGnGqaαπGofG“inGOWWWXGPGβuringG“uΠlimationGoπαompositioneGGQuantumG
nhπmiαalGxolπαularGoynamiαsG“imulationsUGJournalgofgPhysicalgChemistrygCSG2007SGXXXSGXYdaWTXYdbY 3.8 21

139
lnGaΠGinitioGstuβyGofGthπGviΠrationalGspπαtraGofGwiTβopπβGthiophπnπSGΠithiophπnπSGΠπnzπnπGanβG
ΠiphπnylGasGmoβπlGsystπmsGforGOΠiPpolaroniαGβπfπαtsUGComputationalgandgTheoreticalgChemistrySG1996
SGZa[SGX]TZX

21

138 †rπT“oβiatπβG”in”GxXπnπG“truαturπGanβGmπhaviorGasGplπαtroβπGforG“oβiumTtonGnapaαitorsUGACSgNano
SG2021SGX]SGYdd[TZWWZ 16.7 21

137 nryptiαGΠioaαtivityGαapaαitatπβGΠyGsynthπtiαGhyΠriβGplantGpπptiβπsUGNaturegCommunicationsSG2017SGcSGX[ZXc17.4 20

136 “πlfTassπmΠlyGofGπnβohπβralGmπtallofullπrπnπseGaGβπαisivπGrolπGofGαoolingGgasGanβGmπtalTαarΠonG
ΠonβingUGNanoscaleSG2016SGcSGZbdaTcWc 7.7 20

135 lrtifiαialGnπuralGnπtworkGαorrπαtionGforGβπnsityTfunαtionalGtightTΠinβingGmolπαularGβynamiαsG
simulationsUGMRSgCommunicationsSG2019SGdSGcabTcbZ 2.7 20

134 xoβπlingGnhargπG”ransfπrGinGqullπrπnπGnollisionsGviaG’πalT”imπGplπαtronGoynamiαsUGJournalgofg
PhysicalgChemistrygLettersSG2012SGZSGX]ZaT[Y 6.4 20

(2012-2014)
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133 †olymorphismGofGÃaünyαloparaphπnylπnπGforG†aαkingG“truαturπTβπpπnβπntGsostâ��ruπstGtntπraαtionUG
ChemistrygLettersSG2017SG[aSGc]]Tc]b 1.7 19

132 oπloαalizationGπrrorsGinGaGhuΠΠarβTlikπGmoβπleGnonsπquπnαπsGforGβπnsityTfunαtionalGtightTΠinβingG
αalαulationsGofGmolπαularGsystπmsUGInternationalgJournalgofgQuantumgChemistrySG2012SGXXYSGXbWXTXbXX 2.1 19

131 rluαosπGtransformationGtoG]ThyβroxymπthylfurfuralGinGaαiβiαGioniαGliquiβeGlGquantumGmπαhaniαalG
stuβyUGJournalgofgComputationalgChemistrySG2016SGZbSGZYbTZ] 3.5 19

130 nomparisonGofGgπomπtriαSGπlπαtroniαSGanβGviΠrationalGpropπrtiπsGforGallGpπntagonVhπxagonTΠπaringG
isomπrsGofGfullπrπnπsGnZcSGn[WSGanβGn[YUGInternationalgJournalgofgQuantumgChemistrySG2009SGXWdSGXdddTYWXX2.1 18

129 ’πlativπGisomπrGaΠunβanαπGofGfullπrπnπsGanβGαarΠonGnanotuΠπsGαorrπlatπsGwithGkinπtiαGstaΠilityUG
PhysicalgReviewgLettersSG2011SGXWbSGXb]]Wa 7.4 18

128 ”hπoryGanβGπxpπrimπntGagrππeGsinglπTwallπβGαarΠonGnanotuΠπGαapsGgrowGαatalystTfrππGwithGαhiralityG
prπfπrπnαπGonGaG“inGsurfaαπUGJournalgofgChemicalgPhysicsSG2006SGXY]SG[[bWY 3.9 18

127 QxVxoGstuβiπsGonGgraphπnπGgrowthGfromGsmallGislanβsGonGthπGyiOXXXPGsurfaαπUGNanoscaleSG2016SGcSGZWabTb[7.7 17

126
nritiαalGintπrprπtationGofGnsTGanβGzsTGstrπtαhingGrπgionsGforGinfrarπβGspπαtraGofGmπthanolGαlustπrsG
Onsâ��zsPnGOnGhGYT]PGusingGsπlfTαonsistπntTαhargπGβπnsityGfunαtionalGtightTΠinβingGmolπαularGβynamiαsG
simulationsUGJournalgofgChemicalgPhysicsSG2014SGX[XSGWd[ZWZ

3.9 17

125 “truαturπGofG”mYGanβG”mYnYGπnαapsulatπβGinGlowTsymmπtryGncYOnsOaPPGfullπrπnπGαagπGΠyGsinglπG
αrystalGXTrayGβiffraαtionUGChemicalgPhysicsgLettersSG2014SGaWWSGZcT[Y 2.5 17

124 plπαtriαallyGlαtivatπβGnonβuαtivityGanβGWhitπGwightGpmissionGofGaGsyβroαarΠonGyanoringâ��toβinπG
lssπmΠlyUGAngewandtegChemieSG2017SGXYdSGXXZ[cTXXZ][ 3.6 16

123 narΠonGspiralGhπlixeGaGnanoarαhitπαturπGβπrivπβGfromGmonovaαanαyGβπfπαtsGinGgraphπnπUG
AngewandtegChemiegvgInternationalgEditionSG2010SG[dSGZYWWTY 16.4 16

122 ”πmpπraturπGanβGprπssurπGβπpπnβπnαπGofGmolπαularGaβsorptionGonGsinglπGwallGαarΠonGnanotuΠπsG
anβGthπGπxistπnαπGofGanGâ��aβsorptionVβπsorptionGprπssurπGgapâ��UGCarbonSG2010SG[cSGXcabTXcb] 10.4 16

121 WatπrTmπβiatπβGβπraαπmizationGofGaGΠisporphyrinGhπliαatπGassistπβGΠyGβiastπrπosπlπαtivπG
πnαapsulationGofGαhiralGguπstsUGNaturegCommunicationsSG2019SGXWSGX[]b 17.4 15

120
’πvπalingGthπGoualG’olπGofGsyβrogπnGforGrrowthGtnhiΠitionGanβGoπfπαtGsπalingGinG†olyαyαliαG
lromatiαGsyβroαarΠonGqormationeGQxVxoG“imulationsUGJournalgofgPhysicalgChemistrygLettersSG2013SG
[SGYZYZTYZYb

6.4 15

119
xolπαularGanβGπlπαtroniαGstruαturπsGofGπnβohπβralGfullπrπnπsSG“αYnYknZvâ��ncYGanβG“αYknZvâ��ncYeG
mπnαhmarkGforG“nnToq”mGanβGproposalGofGnπwGinnπrGαlustπrGstruαturπsUGPhysicagStatusgSolidigqBr:g
BasicgResearchSG2012SGY[dSGZY[TZZ[

1.3 15

118 plπαtroniαGpropπrtiπsGofGhyβrogπnatπβGquasiTfrππTstanβingGgraphπnπUGPhysicagStatusgSolidigqBr:gBasicg
ResearchSG2011SGY[cSGYaZdTYa[Z 1.3 15

117 ”spz’¯â��pX†p’txpy”G’pwl”tzy“st†GzqG”spGI“s’tyvtyrGsz”Grtly”IG’zloGzqGo¯ylxtnG
q–wwp’pypG“pwqTl““pxmw¯GtyGsz”Gnl’mzyG—l†z’UGNanoSG2007SGWYSGYXTZW 1.1 15

116 syβroxiβπGlnionG”ransportGinGnovalπntGzrganiαGqramπworksUGJournalgofgthegAmericangChemicalg
SocietySG2021SGX[ZSGcdbWTcdb] 16.4 15
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115 lGxaαroαyαliαGqluorophorπGoimπrGwithGqlπxiΠlπGwinkπrseGmrightGpxαimπrGpmissionGwithGaGwongG
qluorπsαπnαπGwifπtimπUGAngewandtegChemieSG2016SGXYcSGbY[bTbY]X 3.6 15

114 lGmolπαularGorΠitalGstuβyGonGsGanβGsYGπliminationGpathwaysGfromGmπthanπSGπthanπSGanβGpropanπUG
JournalgofgChemicalgPhysicsSG2000SGXXZSGaXZdTaX[c 3.9 14

113 ”hπorπtiαalG“tuβiπsGonGpthanolGoissoαiationGonGtronGyanopartiαlπsGinGthπGparlyG“tagπGofG“Wny”G
rrowthUGJournalgofgPhysicalgChemistrygCSG2017SGXYXSGYYbaTYYc[ 3.8 13

112 oπαoβingGzxyanionGlquπousG“olvationG“truαturπeGlG†otassiumGyitratπGpxamplπGatG“aturationUG
JournalgofgPhysicalgChemistrygBSG2018SGXYYSGb]c[Tb]cd 3.4 13

111 xultisαalπG“imulationsGonGnhargπG”ransportGinGnovalπntGzrganiαGqramπworksGtnαluβingGoynamiαsGofG
”ransfπrGtntπgralsGfromGthπGqxzToq”mVwnxzGlpproaαhUGJournalgofgPhysicalgChemistrygCSG2017SGXYXSGXbbXYTXbbYa3.8 13

110 zptimizationGofGaGrπnπtiαGllgorithmGforGthπGqunαtionalizationGofGqullπrπnπsUGJournalgofgChemicalg
TheorygandgComputationSG2012SGcSGXc[XT]X 6.4 13

109 ”hπGmπαhanismsGofGthπGrπaαtionsGofGWGanβGWRGwithGnzxGOxhXSGYPeGaGαomputationalGstuβyUGJournalgofg
PhysicalgChemistrygASG2007SGXXXSGaaa]TbZ 2.8 13

108 qπVnGintπraαtionsGβuringG“Wy”GgrowthGwithGnYGfππβstoαkGmolπαulπseGlGquantumGαhπmiαalG
molπαularGβynamiαsGstuβyUGJournalgofgNanosciencegandgNanotechnologySG2006SGaSGXY]dTbW 1.3 13

107 plπαtroniαG“truαturπGanβG†ropπrtiπsGofG”rihalogπnGnationsGXOZPORPGanβGX¯OYPORPGOXSG¯GhGqSGnlSGmrSGtPUG
InorganicgChemistrySG1996SGZ]SGXWWTXWd 5.1 13

106 withiumTGanβGαhlorinπTβopπβGΠiphπnylGβimπrsGasGmoβπlsGforGintπrαhainGpolaronsGanβGΠipolaronsGâ��GaG
βπnsityGfunαtionalGstuβyUGChemicalgPhysicsgLettersSG1996SGY]bSG]dYTaWW 2.5 13

105 oπnsityTfunαtionalGtightTΠinβingGforGphosphinπTstaΠilizπβGnanosαalπGgolβGαlustπrsUGChemicalgScienceSG
2020SGXXSGXZXXZTXZXYc 9.4 13

104 oouΠlπT“tranβπβGsπliαalGzligomπrsGnovalπntlyGmriβgπβGΠyG’otaryGnyαliαGmoronatπGpstπrsUGChemistryg
vgangAsiangJournalSG2017SGXYSGdYbTdZ] 4.5 12

103 ”hπorπtiαalGpluαiβationGofG†otπntialGpnantiosπlπαtivityGinGaG†βTnatalyzπβGlromatiαGnTsGnouplingG
’πaαtionUGJournalgofgOrganicgChemistrySG2017SGcYSG[dWWT[dWa 4.2 12

102 nonstruαtingG“ulfoniαGlαiβGqunαtionalizπβGlnthraαπnπGoπrivπβGnonjugatπβG†orousGzrganiαG†olymπrG
forGpffiαiπntGxπtalTqrππGnatalytiαGlαπtalizationGofGmioTrlyαπrolUGChemistrySelectSG2017SGYSG[bW]T[bXa 1.8 12

101 “panningGthπGâ��†aramπtπrG“paαπâ��GofGnhπmiαalG—aporGoπpositionGrraphπnπGrrowthGwithGQuantumG
nhπmiαalG“imulationsUGJournalgofgPhysicalgChemistrygCSG2016SGXYWSGXZc]XTXZca[ 3.8 12

100 yonπquiliΠriumGquantumGαhπmiαalGmolπαularGβynamiαsGsimulationsGofGnaWGtoG“inGhπtπrofullπrπnπG
αonvπrsionUGCarbonSG2014SGacSGYc]TYd] 10.4 12

99 ”imπTβπpπnβπntGquantumGβynamiαalGsimulationsGofGnYGαonβπnsationGunβπrGπxtrπmπGαonβitionsUG
PhysicalgChemistrygChemicalgPhysicsSG2012SGX[SGaYbZTd 3.6 12

98 †hπnylπnππthynylπnπGtrimπrTΠasπβGrigiβTflπxiΠlπGÃYRYüGmaαroαyαlπsGforGnuαlπiαGaαiβGlaΠπllingGinGlivπG
απllsUGChemicalgCommunicationsSG2019SG]]SG]dZWT]dZZ 5.8 11

(2019-2016)

11



97 wowTπnπrgyGhyβrogπnGuptakπGΠyGsmallTαagπGnnGanβGnnTXmGfullπrπnπsUGCarbonSG2018SGXZ[SGXcdTXdc 10.4 11

96 lutomatizπβG†aramπtπrizationGofGthπGoπnsityTfunαtionalG”ightTΠinβingGxπthoβUGttUG”woTαπntπrG
tntπgralsUGJournalgofgthegChinesegChemicalgSocietySG2016SGaZSG]bTac 1.5 11

95 narΠonGnoatingG†rπαπβπsG“Wny”GyuαlπationGonG“iliαonGyanopartiαlπseGtnsightsGfromGQxVxoG
“imulationsUGJournalgofgPhysicalgChemistrygCSG2013SGXXbSG[YZcT[Y[[ 3.8 11

94 pffπαtsGofGxolπαularGoynamiαsG”hπrmostatsGonGoπsαriptionsGofGnhπmiαalGyonπquiliΠriumUGJournalgofg
ChemicalgTheorygandgComputationSG2012SGcSG[WXdTYc 6.4 11

93 lΠGinitioGinvπstigationGofGthπGpotπntialGπnπrgyGprofilπsGforGthπGgasGphasπGns[RzYROY˛ gPGrπaαtionG
systπmUGJournalgofgChemicalgPhysicsSG2001SGXX[SGaXXdTaXYb 3.9 11

92 lGgloΠalGrπaαtionGroutπGmappingTΠasπβGkinπtiαGxontπGnarloGalgorithmUGJournalgofgChemicalgPhysicsSG
2016SGX[]SGWY[XW] 3.9 11

91 ”opologyT”πmplatπβG“ynthπsisGofGnrystallinπG†orousGnovalπntGzrganiαGqramπworksUGAngewandteg
ChemieSG2020SGXZYSGXYYaWTXYYab 3.6 10

90 qoαusTtnβuαπβG†hotorπsponsπeGaGnovπlGwayGtoGmπasurπGβistanαπsGwithGphotoβπtπαtorsUGScientificg
ReportsSG2018SGcSGdYWc 4.9 10

89 †hotoαhπmiαalGβouΠlπG]TπxoGαyαlizationGofGalkπnylTsuΠstitutπβGβithiπnylaαπtylπnπseGπffiαiπntG
synthπsisGofGβiarylatπβGβithiπnofulvalπnπsUGAngewandtegChemiegvgInternationalgEditionSG2013SG]YSGXW]XdTYZ16.4 10

88 ”πmpπraturπGoπpπnβπnαπGofGnatalystTqrππGnhiralityTnontrollπβG“inglπTWallπβGnarΠonGyanotuΠπG
rrowthGfromGzrganiαG”πmplatπsUGJournalgofgPhysicalgChemistrygLettersSG2013SG[SGZXbaTZXcW 6.4 10

87 plπαtriαalG“witαhingGmπhaviorGofGaGÃaWüqullπrπnπTmasπβGxolπαularGWirπGpnαapsulatπβGinGaG
“ynβiotaαtiαG†olyOmπthylGmπthaαrylatπPGsπliαalGnavityUGAngewandtegChemieSG2013SGXY]SGXWcZTXWcb 3.6 10

86 lGmπnzophospholπG†TzxiβπGwithGanGplπαtronToonatingGrroupGatGZT†ositioneGpnhanαπβGqluorπsαπnαπG
inG†olarG“olvπntsUGBulletingofgthegChemicalgSocietygofgJapanSG2015SGccSGX][]TX]]Y 5.1 10

85 sighTtπmpπraturπGtransformationGofGqπTβπαoratπβGsinglπTwallGαarΠonGnanohornsGtoGnanooystπrseGaG
αomΠinπβGπxpπrimπntalGanβGthπorπtiαalGstuβyUGNanoscaleSG2013SG]SGXc[dT]b 7.7 10

84
“πlfTnonsistπntTnhargπGoπnsityTqunαtionalG”ightTminβingVxoG“imulationGofG”ransitionGxπtalG
natalystG†artiαlπGxπltingGanβGnarΠiβπGqormationUGJournalgofgComputationalgandgTheoreticalg
NanoscienceSG2011SGcSGXb]]TXbaZ

0.3 10

83 ”hπrmalGannπalingGofG“inGnanopartiαlπsGinβuαπsG“Wy”GnuαlπationeGπviβπnαπGforGaG
αatalystTinβπpπnβπntG—““GmπαhanismUGPhysicalgChemistrygChemicalgPhysicsSG2011SGXZSGX]abZTcW 3.6 10

82 lΠGinitioGanβGβπnsityGfunαtionalGstuβyGonGsinglπtGanβGtriplπtGstatπsGofGartπmisininUGComputationalg
andgTheoreticalgChemistrySG1998SG[][SGcbTdW 10

81 oπsignGofGtoughGaβhπsivπGfromGαommoβityGthπrmoplastiαsGthroughGβynamiαGαrosslinkingUGScienceg
AdvancesSG2021SGbSGπaΠkY[]X 14.3 10

80 ”hπorπtiαalGanalysisGofGstruαturalGβivπrsityGofGαovalπntGorganiαGframπworkeG“taαkingGisomπrG
struαturπsGthπrmoβynamiαsGanβGkinπtiαsUGChemicalgPhysicsgLettersSG2016SGaa[SGXWXTXWb 2.5 10

StephantIrle

12



79 tmportanαπGofGoxygπnGinGsinglπTwallπβGαarΠonGnanotuΠπGgrowtheGtnsightsGfromGQxVxoGsimulationsUG
CarbonSG2017SGXYXSGYdYTZWW 10.4 9

78 –nβπrstanβingGthπGznTzffG“witαhingGxπαhanismGinGnationiαG”πtravalπntGrroupT—TmasπβGqluoriβπG
xolπαularG“πnsorsG–singGzrΠitalGlnalysisUGJournalgofgPhysicalgChemistrygASG2015SGXXdSGXYadZTc 2.8 9

77 zxiβationGofGllkylGtonsSGnnsYnRXROnhGXâ��]PSGinG’πaαtionsGwithGzYanβGzZinGthπGrasG†hasπUGJournalgofg
PhysicalgChemistrygASG2004SGXWcSGXdcWTXdcd 2.8 9

76 lΠGinitioGthπorπtiαalGstuβiπsGofGpotπntialGπnπrgyGsurfaαπsGinGthπGphotoβissoαiationGofGthπGvinylG
raβiαalUGtUGˆ�GstatπGβissoαiationUGJournalgofgChemicalgPhysicsSG2003SGXXdSGa]Y[Ta]Zc 3.9 9

75 qˆ¶rstπrG’πsonanαπGpnπrgyG”ransfπrGΠπtwππnGqluorπsαπntG†rotπinseGpffiαiπntG”ransitionG
nhargπTmasπβG“tuβyUGJournalgofgPhysicalgChemistrygCSG2017SGXYXSG[YYWT[YZc 3.8 8

74 “πlfTnonsistπntGzptimizationGofGpxαitπβG“tatπsGwithinGoπnsityTqunαtionalG”ightTminβingUGJournalgofg
ChemicalgTheorygandgComputationSG2016SGXYSGZXZTYZ 6.4 8

73 oivπrsityGinGπlπαtroniαGstruαturπGanβGviΠrationalGpropπrtiπsGofGfullπrπnπGisomπrsGαorrπlatπsGwithG
αagπGαurvaturπUGCarbonSG2016SGXWWSG[c[T[dX 10.4 8

72 rrowthGmπαhanismsGanβGsπlπαtivityGforGgraphπnπGorGαarΠonGnanotuΠπGformationGonG“inGOWWWX´flPeGlG
βπnsityTfunαtionalGtightTΠinβingGmolπαularGβynamiαsGstuβyUGChemicalgPhysicsgLettersSG2014SG]d]T]daSGYaaTYbX2.5 8

71 xπαhanismsGofGthπGrπaαtionsGofGWGlyoGWRGwithGsYzeGαomputationalGstuβiπsUGJournalgofgPhysicalg
ChemistrygASG2006SGXXWSG[[d]T]WX 2.8 8

70 †rπβiαtionGofGthπGpostTαomatosπGmotorGfunαtionGΠyGmotorGπvokπβGpotπntialsGoΠtainπβGinGthπGaαutπG
phasπGofGtraumatiαGanβGnonTtraumatiαGαomaUGActagNeurochirurgicaSG1999SGX[XSGc[XTc 3 8

69 nonformationalGβynamiαsGofGhumanGprotπinGkinasπGnvY˛–GanβGitsGπffπαtGonGfunαtionGanβGinhiΠitionUG
Proteins:gStructureugFunctiongandgBioinformaticsSG2018SGcaSGZ[[TZ]Z 4.2 8

68 tmplπmπntationGofGrπpliαaTπxαhangπGumΠrπllaGsamplingGinGrlxp““UGComputergPhysicsg
CommunicationsSG2018SGYYcSGX]YTXaY 4.2 7

67 nhiralT“πlπαtivπGnarΠonGyanotuΠπGptαhingGwithGlmmoniaeGlGQuantumGnhπmiαalGtnvπstigationUG
JournalgofgPhysicalgChemistrygCSG2016SGXYWSGXdcaYTXdcbW 3.8 7

66 –nravπlingGthπGplasmaTmatπrialGintπrfaαπGwithGrπalGtimπGβiagnosisGofGβynamiαGΠoronGαonβitioningGinG
πxtrπmπGtokamakGplasmasUGNucleargFusionSG2017SG]bSGWcaW]W 3.3 7

65 QuantumGαhπmiαalGprπβiαtionGofGviΠrationalGspπαtraGofGlargπGmolπαularGsystπmsGwithGraβiαalGorG
mπtalliαGπlπαtroniαGstruαturπUGChemicalgPhysicsgLettersSG2017SGaabSGZXbTZYX 2.5 7

64
QuantumGnhπmiαalG†rπβiαtionGofG’πaαtionG†athwaysGanβG’atπGnonstantsGforG’πaαtionsGofGyzGanβG
yzYGwithGxonovaαanαyGoπfπαtsGonGrraphitπGOWWWXPG“urfaαπsUGJournalgofgPhysicalgChemistrygCSG2010SG
XX[SGcZb]TcZcY

3.8 7

63 ooG“izYGanβGαarΠonTβopπβG“izYGnanopartiαlπsGmπltjGtnsightsGfromGQxVxoGsimulationsGanβG
ramifiαationsGrπgarβingGαarΠonGnanotuΠπGgrowthUGChemicalgPhysicsgLettersSG2011SG]WcSGYZ]TY[X 2.5 7

62 oπtπrminationGofGloαalGαhiralityGinGirrπgularGsinglπTwallπβGαarΠonGnanotuΠπsGΠasπβGonGinβiviβualG
hπxagonsUGPhysicalgReviewgLettersSG2011SGXWbSGXb]]W] 7.4 7

(2011-2017)
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61 lnalysisGofGthπG’πlationshipGΠπtwππnG’πaαtionGpnπrgiπsGofGplπαtrophiliαG“Wy”GlββitionsGanβG
“iβπwallGnurvaturπeGnhiralGyanotuΠπsUGJournalgofgPhysicalgChemistrygCSG2008SGXXYSGXYadbTXYbW] 3.8 7

60 lΠGinitioGanβGβπnsityGfunαtionalGstuβyGonGthπGmπαhanismGofGthπGnYsYRRmπthanolGrπaαtionUGJournalg
ofgChemicalgPhysicsSG1999SGXXXSGZdbcTZdcc 3.9 7

59 “upπrαomputπrTmasπβGpnsπmΠlπGooαkingGorugGoisαovπryG†ipπlinπGwithGlppliαationGtoGnoviβTXdUG
ChemRxivSG2020SG 4.4 7

58 sowGβoπsGaαπtonitrilπGmoβulatπGsinglπTwallπβGαarΠonGnanotuΠπGβiamπtπrGβuringGn—oGgrowthjUG
CarbonSG2019SGX[aSG]Z]T][X 10.4 7

57 yonaβiaΠatiαGπxαitπβTstatπGintramolπαularGprotonGtransfπrGinGZThyβroxyflavonπeG“GstatπGinvolvπmπntG
viaGmultiTmoβπGπffπαtUGJournalgofgChemicalgPhysicsSG2019SGX]XSGYX[ZW[ 3.9 7

56 nouplπβGnlustπrGanβGoπnsityGqunαtionalG“tuβiπsGofGltomiαGqluorinπGnhπmisorptionGonGnoronπnπGasG
xoβπlG“ystπmsGforGrraphπnπGqluorinationUGJournalgofgPhysicalgChemistrygCSG2017SGXYXSGX[cccTX[cdc 3.8 6

55 prG†hotoluminπsαπnαπGinGprknGanβGprnknGxπtallofullπrπnπsGpluαiβatπβGΠyGoπnsityGqunαtionalG
”hπoryUGInorganicgChemistrySG2017SG]aSGa]baTa]cZ 5.1 6

54 –nβπrstanβingGofGthπGzffTznG’πsponsπGxπαhanismGinGnagπβGqluorophorπsGmasπβGonGQuantumGanβG
“tatistiαalGxπαhaniαsUGJournalgofgPhysicalgChemistrygBSG2016SGXYWSG[[[dT]a 3.4 6

53 QuantumGαhπmiαalGmolπαularGβynamiαsGsimulationGofGαarΠonGnanotuΠπâ��graphπnπGfusionUGMolecularg
SimulationSG2017SG[ZSGXYadTXYba 2 5

52 “truαturalGtransformationsGofGgraphπnπGπxposπβGtoGnitrogπnGplasmaeGquantumGαhπmiαalGmolπαularG
βynamiαsGsimulationsUGPhysicalgChemistrygChemicalgPhysicsSG2019SGYXSGXYXXYTXYXYW 3.6 5

51 tnβirπαtGtntπrsystπmGnrossingGO“GTiG”V”GTiG”PG†romotπβGΠyGthπGuahnT”πllπrGpffπαtGinG
nyαloparaphπnylπnπsUGJournalgofgChemicalgTheorygandgComputationSG2017SGXZSG[d[[T[d[d 6.4 5

50 QuantumGnhπmistryeG†ropagationGofGplπαtroniαG“truαturπGonGaGr†–G2011SG]dTbZ 5

49 xπαhanismsGofGthπGrπaαtionsGofGWGanβGWRGwithGyzxGOxhXSGYPeGaGαomputationalGstuβyUGJournalgofg
PhysicalgChemistrygASG2007SGXXXSGdcYTdX 2.8 5

48
lGstuβyGofGthπGrπaαtionGofGyRGwithGzYeGπxpπrimπntalGquantifiαationGofGyzROaGZ“igmaRPGproβuαtionG
OYdcT]WWGvPGanβGαomputationalGstuβyGofGthπGovπrallGrπaαtionGpathwaysUGJournalgofgPhysicalgChemistryg
ASG2006SGXXWSGZWcWTa

2.8 5

47 “trainTtnβuαπβGrrowthGofG”wistπβGmilayπrsGβuringGthπGnoalπsαπnαπGofGxonolayπrGxo“GnrystalsUGACSg
NanoSG2021SGX]SG[]W[T[]Xb 16.7 5

46 tmplπmπntationGofGrπpliαaTπxαhangπGumΠrπllaGsamplingGinGthπGoq”mRGsπmiπmpiriαalGquantumG
αhπmistryGpaαkagπUGComputergPhysicsgCommunicationsSG2016SGYW[SGXTXW 4.2 5

45
†πrformanαπGofGoπnsityTqunαtionalG”ightTminβingGinGnomparisonGtoGlΠGtnitioGanβGqirstT†rinαiplπsG
xπthoβsGforGtsomπrGrπomπtriπsGanβGpnπrgiπsGofGrluαosπGppimπrsGinG—aαuoGanβG“olutionUGACSg
OmegaSG2018SGZSGXacddTXadX]

3.9 5

44 ”hπorπtiαalG†rπβiαtionGanβGlnalysisGofGthπG–—V—isiΠlπGlΠsorptionGanβGpmissionG“pπαtraGofGnhiralG
narΠonGyanoringsUGJournalgofgPhysicalgChemistrygASG2018SGXYYSGbYc[TbYdY 2.8 5
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43 ”hπorπtiαalGanalysisGofGoriπntationsGanβGtautomπrizationGofGgπnistπinGinG˛†TαyαloβπxtrinUGJournalgofg
MoleculargLiquidsSG2018SGYa]SGXaTYZ 6 5

42
pluαiβatingGthπGstruαturalGΠasisGofGβiphπnylGπthπrGβπrivativπsGasGhighlyGpotπntGπnoylTln†GrπβuαtasπG
inhiΠitorsGthroughGmolπαularGβynamiαsGsimulationsGanβGZoTQ“l’GstuβyUGJournalgofgMolecularg
ModelingSG2014SGYWSGYZXd

2 4

41 ltomistiαGxπαhanismGofGnarΠonGyanostruαturπG“πlfTlssπmΠlyGasG†rπβiαtπβGΠyGyonπquiliΠriumG
QxVxoG“imulationsG2012SGXWZTXbY 4

40 nhiralTsπlπαtivπGπtαhingGπffπαtsGonGαarΠonGnanotuΠπGgrowthGatGπβgπGαarΠonGatomsUGJournalgofg
ComputationalgChemistrySG2019SG[WSGZb]TZcW 3.5 4

39 “tatistiαalGxπαhaniαsTmasπβG”hπorπtiαalGtnvπstigationGofG“olvationGpffπαtsGonGrluαosπGlnomπrG
†rπfπrπnαπsUGJournalgofgPhysicalgChemistrygBSG2018SGXYYSGYdWTYda 3.4 4

38 WhπnGfinitπGΠπαomπsGinfinitπeGαonvπrgπnαπGpropπrtiπsGofGviΠrationalGspπαtraGofGoligomπrGαhainsUG
JournalgofgMoleculargModelingSG2018SGY[SGYcc 2 4

37 “truαturalGinfluπnαπGofGtransitionGmπtalGO“αSG¯SGanβGwuPGatomsGinsiβπGgolβGnanopartiαlπsUGInternationalg
JournalgofgQuantumgChemistrySG2017SGXXbSGπY]ZbX 2.1 3

36 tnβuαingGrπgiosπlπαtivπGαhπmiαalGrπaαtivityGinGgraphπnπGwithGalkaliGmπtalGintπrαalationUGPhysicalg
ChemistrygChemicalgPhysicsSG2018SGYWSGXddcbTXddd[ 3.6 3

35 ”hπorπtiαalGinvπstigationGofGmolπαularGanβGπlπαtroniαGstruαturπGαhangπsGofGthπGmolπαularGmagnπtG
xnXYGαlustπrGuponGsupπrTrπβuαtionUGPhysicagStatusgSolidigvgRapidgResearchgLettersSG2014SGcSG]XbT]YX 2.5 3

34 sowGthπG“izπGanβGoπnsityGofGnhargπT”ransfπrGpxαitonsGoπpπnβGonGsπtπrojunαtionâ��sGlrαhitπαturπUG
JournalgofgPhysicalgChemistrygCSG2021SGXY]SG][]cT][b[ 3.8 3

33 tnvπstigatingGthπGlααuraαyGofGWatπrGxoβπlsGthroughGthπG—anGsovπGnorrπlationGqunαtionUGJournalgofg
ChemicalgTheorygandgComputationSG2021SGXbSG]ddYTaWW] 6.4 3

32 ”hπorπtiαalGrationalizationGforGrπβuαπβGαhargπGrπαomΠinationGinGΠulkyGαarΠazolπTΠasπβGsπnsitizπrsG
inGsolarGαπllsUGJournalgofgComputationalgChemistrySG2017SGZcSGdWXTdWd 3.5 2

31 QxVxoG“imulationsGonGrraphπnπGsyβrogπnationVoπutπrationeGnxsVoGqormationGxπαhanismGanβG
tsotopπGpffπαtUGJournalgofgPhysicalgChemistrygCSG2017SGXYXSGc[cWTc[cd 3.8 2

30 QuantumGnhπmiαalGpstimationGofGlαπtonπG†hysisorptionGonGrraphπnπG–singGnomΠinπβGmasisG“πtG
anβG“izπGpxtrapolationG“αhπmπsUGJournalgofgPhysicalgChemistrygCSG2017SGXYXSGcdddTdWXW 3.8 2

29 njsGlαtivationGrπnπratπsG†πrioβT“hortπningGxolπαulπsG”hatG”argπtGnryptoαhromπGinGthπG
xammalianGnirαaβianGnloαkUGAngewandtegChemieSG2015SGXYbSGbYddTbZWZ 3.6 2

28 vπyG“truαturπsGanβGtntπraαtionsGforGminβingGofGxyαoΠaαtπriumGtuΠπrαulosisG†rotπinGvinasπGmG
tnhiΠitorsGfromGxolπαularGoynamiαsG“imulationUGChemicalgBiologygandgDruggDesignSG2015SGcaSGdXTXWX 2.9 2

27 oπvπlopmπntGofGβπnsityTfunαtionalGtightTΠinβingGrπpulsivπGpotπntialsGforGΠulkGzirαoniaGusingG
partiαlπGswarmGoptimizationGalgorithmG2017SG 2

26 “toαhastiαG“πarαhGofGxolπαularGnlustπrGtntπraαtionGpnπrgyG“urfaαπsGwithGnouplπβGnlustπrGQualityG
†rπβiαtionUG”hπG†hπnylaαπtylπnπGoimπrUGJournalgofgChemicalgTheorygandgComputationSG2013SGdSGZc[cT][ 6.4 2

(2013-2018)
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25 “trongGplπαtronGnorrπlationsGoπtπrminπGpnπrgπtiαG“taΠilityGanβGplπαtroniαG†ropπrtiπsGofGprToopπβG
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