
Mahdi D Esrafili

ListjofjPublicationsjbyjCitations

Source:jhttps://exaly.com/authorypdf/7116941/mahdiydyesrafiliypublicationsybyycitations.pdf

Version:j2024y04y20j

Thisjdocumentjhasjbeenjgeneratedjbasedjonjthejpublicationsjandjcitationsjrecordedjbyjexaly.com.jForj

thejlatestjversionjofjthisjpublicationjlistxjvisitjthejlinkjgivenjabove.

ThejthirdjcolumnjisjthejimpactjfactorjsIFtjofjthejjournalxjandjthejfourthjcolumnjisjthejnumberjofj

citationsjofjthejarticle.

332
papers

5,083
citations

36
h-index

46
g-index

344
ext. papers

5,819
ext. citations

2.7
avg, IF

6.95
L-index



m Paper IF Citations

332 zewFpσgeFtoFσccessFpyridineFderivσtiveseFsynthesisFfromFzTpropσrgylσminesUFRSCfAdvancesSF2016SFaSFbXaaYTbXab]3.7 66

331 zovelFroutesFtoFquinolineFderivσtivesFfromFzTpropσrgylσminesUFRSCfAdvancesSF2016SFaSF[dbZWT[db[a 3.7 66

330 ohσrσcteristicsFσndFnσtureFofFhσlogenFbondsFinFlineσrFclustersFofFzo·FO·holSFσndFnrPeFσnFσbFinitioSF
zn…FσndFQ–muyFstudyUFMolecularfPhysicsSF2011SFXWdSFY[]XTY[aW 1.7 65

329 mFoompσrσtiveF”tudyFofFo…F…xidσtionFonFzitrogenTFσndFPhosphorusTpopedFsrσpheneUF
ChemPhysChemSF2015SFXaSFZbXdTYb 3.2 64

328 mFcompσrσtiveFpr–FstudyFonFtheFo…FoxidσtionFreσctionFoverFmlTFσndFseTembeddedFgrσpheneFσsF
efficientFmetσlTfreeFcσtσlystsUFAppliedfSurfacefScienceSF2016SFZbcSF[XcT[Y] 6.7 62

327 mFdensityFfunctionσlFtheoryFstudyFonFtheFσdsorptionFσndFdecompositionFofFmethσnolFonFnXYzXYF
fullereneTlikeFnσnocσgeUFSuperlatticesfandfMicrostructuresSF2014SFabSF][TaW 2.8 60

326
mFtheoreticσlFinvestigσtionFonFtheFnσtureFofFolkzFσndFnrkzFhσlogenFbondsFinFrmr·kzo₃FcomplexesF
O·FhFolSFnrFσndF₃FhFtSFrSFolSFnrSF…tSFztYSFotZFσndFozPUFComputationalfandfTheoreticalfChemistrySF2012
SFddbSFbbTcY

2 56

325 qxploringFdifferentFreσctionFmechσnismsFforFoxidσtionFofFo…FoverFσFsingleFPdFσtomFincorporσtedF
nitrogenTdopedFgrσpheneeFmFpr–FstudyUFAppliedfSurfacefScienceSF2019SF[aZSF]YaT]Z[ 6.7 56

324 unsightsFintoFtheFstrengthFσndFnσtureFofFcσrbene´•´•´•hσlogenFbondFinterσctionseFσFtheoreticσlF
perspectiveUFJournalfoffMolecularfModelingSF2013SFXdSFY]]dTaa 2 55

323 mFpr–FstudyFonFelectronicFσndFopticσlFpropertiesFofFσspirinTfunctionσlizedFnXYzXYFfullereneTlikeF
nσnoclusterUFStructuralfChemistrySF2017SFYcSFbZ]Tb[c 1.8 53

322 yutuσlFinterplσyFbetweenFpnicogenFbondFσndFdihydrogenFbondFinFtytktozkPtY·FcomplexesFOyFhF
neSFygSF−nfF·FhFtSFrSFolPUFComputationalfandfTheoreticalfChemistrySF2014SFXWZ[SFXTa 2 52

321 PotentiσlFofFoTdopedFboronFnitrideFfullereneFσsFσFcσtσlystFforFmethσnolFdehydrogenσtionUF
ComputationalfMaterialsfScienceSF2014SFdYSFXbYTXbb 3.2 52

320 mnFσbFinitioFstudyFonFchσlcogenâ��chσlcogenFbondFinterσctionsFinFcyclicFO”t·PZFcomplexesFO·FhFrSFolSF
ozSFzoSFootSF…tSF…otZSFztYPUFChemicalfPhysicsfLettersSF2015SFaYcSFbXTb] 2.5 51

319 zitrogenTdopedFOaSWPFcσrbonFnσnotubeseFmFcompσrσtiveFpr–FstudyFbσsedFonFsurfσceFreσctivityF
descriptorsUFComputationalfandfTheoreticalfChemistrySF2013SFXWX]SFXTb 2 51

318 runctionσlFgroupFeffectFofFisoreticulσrFmetσlâ��orgσnicFfrσmeworksFonFheσvyFmetσlFionFσdsorptionUF
NewfJournalfoffChemistrySF2018SF[YSFcca[TccbZ 3.6 50

317 mFtheoreticσlFevidenceFforFmutuσlFinfluenceFbetweenF”´•´•´•zOoPFσndFhydrogenVlithiumVhσlogenFbondseF
competitionFσndFinterplσyFbetweenFˇ�TholeFσndFˇ�TholeFinterσctionsUFStructuralfChemistrySF2014SFY]SFXXdbTXYW]1.8 50

316 –etrelFbondFcooperσtivityFinFopenTchσinFOotZozPnFσndFOotZzoPnFclustersFOnhYâ��bPeFmnFσbFinitioF
studyUFChemicalfPhysicsfLettersSF2015SFaYcSFXaTYW 2.5 49

Mahdi D Esrafili

2



315 unvestigσtionFofFtTbondingFσndFhσlogenTbondingFeffectsFinFdichloroσceticFσcideFpr–FcσlculσtionsFofF
zQ“FpσrσmetersFσndFQ–muyFσnσlysisUFJournalfoffMolecularfModelingSF2012SFXcSF]WW]TXa 2 49

314 nifurcσtedFchσlcogenFbondseFmFtheoreticσlFstudyFonFtheFstructureSFstrengthFσndFbondingFpropertiesUF
ChemicalfPhysicsfLettersSF2015SFaZ[SFYXWTYX] 2.5 48

313 ”nTembeddedFgrσpheneeFmnFσctiveFcσtσlystFforFo…FoxidσtionFtoFo…FYFkUFPhysicafE:fLowtDimensionalf
SystemsfandfNanostructuresSF2015SFb[SFZcYTZcb 3 46

312 PdTembeddedFgrσpheneeFmnFefficientFσndFhighlyFσctiveFcσtσlystFforFoxidσtionFofFo…UFSuperlatticesf
andfMicrostructuresSF2016SFdYSFaWTab 2.8 46

311 yethylσmineFσdsorptionFσndFdecompositionFonFnXYzXYFnσnocσgeeFmFdensityFfunctionσlFtheoryF
studyUFSurfacefScienceSF2014SFaYaSF[[T[c 1.8 45

310 zewFrouteFtoFXS[ToxσzepσneFσndFXS[TdiσzepσneFderivσtiveseFsynthesisFfromFzTpropσrgylσminesUFRSCf
AdvancesSF2016SFaSFddbcXTddbdZ 3.7 44

309 –heoreticσlFstudyFofFzâ��t´•F´•F´•…FhydrogenFbondingFpropertiesFσndFcooperσtivityFeffectsFinFlineσrF
σcetσmideFclustersUFTheoreticalfChemistryfAccountsSF2008SFXYXSFXZ]TX[a 1.9 43

308 mFtheoreticσlFstudyFofFsubstitutionFeffectsFonFhσlogenâ��ˇ�FinterσctionsUFMolecularfPhysicsSF2014SFXXYSFXXaWTXXaa1.7 42

307 “eveσlingFsubstitutionFeffectsFonFtheFstrengthFσndFnσtureFofFhσlogenThydrideFinterσctionseFσF
theoreticσlFstudyUFJournalfoffMolecularfModelingSF2013SFXdSFZbabTbb 2 41

306
ohσrσcteristicsFσndFnσtureFofFtheFintermoleculσrFinterσctionsFinFboronTbondedFcomplexesFwithF
cσrbeneFσsFelectronFdonoreFσnFσbFinitioSF”mP–FσndFQ–muyFstudyUFJournalfoffMolecularfModelingSF2012
SFXcSFYWWZTXX

2 40

305 poesFsingleTelectronFchσlcogenFbondFexistkF”omeFtheoreticσlFinsightsUFJournalfoffMolecularf
ModelingSF2015SFYXSFa] 2 39

304 ”iTdopedFgrσpheneeFmFpromisingFmetσlTfreeFcσtσlystFforFoxidσtionFofF”…YUFChemicalfPhysicsfLettersSF
2016SFa[dSFZbT[Z 2.5 39

303 oooperσtiveFeffectsFinFpnicogenFbondingeFOPtYrPYâ��bFσndFOPtYolPYâ��bFclustersUFChemicalfPhysicsf
LettersSF2014SFaWdSFZbT[X 2.5 39

302 mFpr–FstudyFonFcσrbonTdopingFσtFdifferentFsitesFofFOcSFWPFboronFnitrideFnσnotubeUFStructuralf
ChemistrySF2013SFY[SF]bZT]cX 1.8 39

301
oooperσtivityFeffectsFbetweenFˇ�TholeFinterσctionseFσFtheoreticσlFevidenceFforFmutuσlFinfluenceF
betweenFchσlcogenFbondFσndFhσlogenFbondFinterσctionsFinFrY”´•´•´•zo·´•´•´•zo₃FcomplexesFO·FhFrSFolSFnrSF
ufF₃FhFtSFrSF…tPUFMolecularfPhysicsSF2014SFXXYSFYb[aTYb]Y

1.7 38

300 mFtheoreticσlFinvestigσtionFofFtheFchσrσcteristicsFofFhydrogenVhσlogenFbondingFinterσctionsFinF
dibromoTnitroσnilineUFJournalfoffMolecularfModelingSF2013SFXdSFX[XbTYb 2 38

299 –heoreticσlFstudyFofFtheFinterplσyFbetweenFhσlogenFbondFσndFlithiumâ��ˇ�FinterσctionseFoooperσtiveF
σndFdiminutiveFeffectsUFChemicalfPhysicsfLettersSF2013SF]ccSF[bT]W 2.5 37

298 mFpr–FstudyFonFtheFzY…FreductionFbyFo…FmoleculeFoverFsiliconFcσrbideFnσnotubesFσndFnσnosheetsUF
RSCfAdvancesSF2016SFaSF]dWdXT]dWdd 3.7 36

(2016-2012)

3



297
mFcompσrσtiveFstudyFonFcσrbonSFboronTnitrideSFboronTphosphideFσndFsiliconTcσrbideFnσnotubesF
bσsedFonFsurfσceFelectrostσticFpotentiσlsFσndFσverσgeFlocσlFionizσtionFenergiesUFJournalfoff
MolecularfModelingSF2013SFXdSFYZb]TcY

2 36

296 oomputσtionσlFstudyFonFtheFchσrσcteristicsFofFtheFinterσctionFinFlineσrFureσFclustersUFInternationalf
JournalfoffQuantumfChemistrySF2011SFXXXSFZXc[TZXd] 2.1 36

295
pensityFfunctionσlFtheoryFinvestigσtionFofFhydrogenFbondingFeffectsFonFtheFoxygenSFnitrogenFσndF
hydrogenFelectricFfieldFgrσdientFσndFchemicσlFshieldingFtensorsFofFσnhydrousFchitosσnFcrystσllineF
structureUFJournalfoffPhysicalfChemistryfASF2007SFXXXSFdaZTbW

2.8 36

294 –heoreticσlFinsightsFintoFhydrogenσtionFofFo…YFtoFformicFσcidFoverFσFsingleFooFσtomFincorporσtedF
nitrogenTdopedFgrσpheneeFmFpr–FstudyUFAppliedfSurfacefScienceSF2019SF[b]SFZaZTZbX 6.7 36

293 –heoreticσlFinsightFintoFcooperσtivityFinFlithiumTbondedFcomplexeseFxineσrFclustersFofFxiozFσndF
xizoUFChemicalfPhysicsfLettersSF2013SF]bbSFaTXW 2.5 35

292 pensityFfunctionσlFtheoryFstudyFofFσtomicFoxygenSF…YFσndF…ZFσdsorptionsFonFtheFtTcσppedFO]SWPF
singleTwσlledFcσrbonFnσnotubeUFPhysicafE:fLowtDimensionalfSystemsfandfNanostructuresSF2009SF[XSFXZbZTXZbc3 35

291 mFpr–FstudyFonFtheFpossibilityFofFusingFboronFnitrideFnσnotubesFσsFσFdehydrogenσtionFcσtσlystFforF
methσnolUFAppliedfSurfacefScienceSF2014SFZX[SFdWTda 6.7 34

290 unvestigσtionFofFsubstituentFeffectsFinFσerogenTbondingFinterσctionFbetweenF−…ZFO−hwrSF·ePFσndF
nitrogenFbσsesUFInternationalfJournalfoffQuantumfChemistrySF2016SFXXaSFXY][TXYaW 2.1 34

289 –heFselectiveFσdsorptionFofFformσldehydeFσndFmethσnolFoverFmlTForF”iTdecorσtedFgrσpheneFoxideeFmF
pr–FstudyUFJournalfoffMolecularfGraphicsfandfModellingSF2018SFcWSFY]TZX 2.8 33

288 mFcomputσtionσlFstudyFofFwσterFσdsorptionFonFboronFnitrideFnσnotubeUFStructuralfChemistrySF2010SF
YXSFdWZTdWc 1.8 33

287 mFpr–FstudyFonFtheFcentrσlTringFdopedFtnoFnσnogrσphenesUFJournalfoffMolecularfGraphicsfandf
ModellingSF2017SFbZSFXWXTXWb 2.8 32

286 oσnF”iTembeddedFboronFnitrideFnσnotubesFσctFσsFσFfσvorσbleFmetσlTfreeFcσtσlystFforFo…FoxidσtionF
byFzY…kUFRSCfAdvancesSF2015SF]SFXWWYdWTXWWYdc 3.7 32

285 mbFinitioFcσlculσtionsFofFcooperσtivityFeffectsFonFchσlcogenFbondingeFlineσrFclustersFofFO…o”PYâ��cFσndF
O…o”ePYâ��cUFStructuralfChemistrySF2015SFYaSFXddTYWa 1.8 32

284 pr–FstudyFofFztZFσdsorptionFonFtheFO]SWPSFOcSWPSFO]S]PFσndFOaSaPFsingleTwσlledFcσrbonFnσnotubesUF
oσlculσtedFbindingFenergiesSFzy“FσndFzQ“FpσrσmetersUFPhysicafB:fCondensedfMatterSF2010SF[W]SFX[]]TX[aW2.8 32

283 oooperσtivityFofFtetrelFbondsFtunedFbyFsubstituentFeffectsUFMolecularfPhysicsSF2016SFXX[SFX]YcTX]Zc 1.7 31

282
unfluenceFofFzTtUUU…FσndF…TtUUU…FhydrogenFbondsFonFtheFOXbP…SFOX]PzFσndFOXZPoFchemicσlFshieldingF
tensorsFinFcrystσllineFσcetσminopheneFσFdensityFfunctionσlFtheoryFstudyUFBiophysicalfChemistrySF2007
SFXYcSFZcT[]

3.5 31

281 zFYF…FreductionFoverFσFfullereneTlikeFboronFnitrideFnσnocσgeeFmFpr–FstudyUFPhysicsfLetterssfSectionfA:f
GeneralsfAtomicfandfSolidfStatefPhysicsSF2017SFZcXSFYWc]TYWdX 2.3 30

280 mFtheoreticσlFevidenceFforFcooperσtiveFenhσncementFinFσerogenTbondingFinterσctionseF…penTchσinF
clustersFofFwr…rYFσndF·e…rYUFChemicalfPhysicsfLettersSF2016SFaaYSFcWTc] 2.5 30

Mahdi D Esrafili

4



279
X[zFσndFXb…FelectricFfieldFgrσdientFtensorsFinFbenzσmideFclusterseF–heoreticσlFevidenceFforF
cooperσtiveFσndFelectronicFdelocσlizσtionFeffectsFinFzâ��tk…FhydrogenFbondingUFChemicalfPhysicsSF
2008SFZ[cSFXb]TXcW

2.3 30

278 noronFσndFnitrogenFcoTdopedFgrσpheneFnσnosheetsFforFz…FσndFz…YFgσsFsensingUFPhysicsfLetterssf
SectionfA:fGeneralsfAtomicfandfSolidfStatefPhysicsSF2019SFZcZSFXaWbTXaX[ 2.3 30

277 ”trongF–etrelFnondseF–heoreticσlFmspectsFσndFqxperimentσlFqvidenceUFMoleculesSF2018SFYZSF 4.8 30

276 z…FreductionFbyFo…FmoleculeFoverF”iTdopedFboronFnitrideFnσnosheeteFmFdispersionTcorrectedFpr–F
studyUFChemicalfPhysicsfLettersSF2018SFad]SFXZXTXZb 2.5 29

275 oσtσlyticFhydrogenσtionFofFo…FoverFPtTFσndFziTdopedFgrσpheneeFmFcompσrσtiveFpr–FstudyUFJournalf
offMolecularfGraphicsfandfModellingSF2017SFbbSFX[ZTX]Y 2.8 29

274
”tructureSFbondingSFelectronicFσndFenergyFσspectsFofFσFnewFfσmilyFofFeσrlyFlσnthσnideFOxσSFoeFσndF
zdPFcomplexesFwithFphosphoricFtriσmideseFinsightsFfromFexperimentσlFσndFpr–FstudiesUFDaltonf
TransactionsSF2012SF[XSFX]dbTaWc

4.3 29

273 mFtheoreticσlFstudyFofFXb…SFX[zFσndFYtFnucleσrFquσdrupoleFcouplingFtensorsFinFtheFreσlFcrystσllineF
structureFofFσcetσminophenUFChemicalfPhysicsSF2007SFZZZSFdbTXW[ 2.3 29

272 –heoreticσlFX[zFnucleσrFquσdrupoleFresonσnceFpσrσmetersFforFsulfσFdrugseFsulfσmerσzineFσndF
sulfσthiσzoleUFJournalfoffMolecularfGraphicsfandfModellingSF2008SFYbSFZYaTZX 2.8 29

271 oσrbonTdopedFboronFnitrideFnσnosheetFσsFσFpromisingFcσtσlystFforFzY…FreductionFbyFo…ForF”…YF
moleculeeFmFcompσrσtiveFpr–FstudyUFAppliedfSurfacefScienceSF2018SF[[[SF]c[T]cd 6.7 28

270 mlTForF”iTdecorσtedFgrσpheneFoxideeFmFfσvorσbleFmetσlTfreeFcσtσlystFforFtheFzY…FreductionUFAppliedf
SurfacefScienceSF2016SFZcbSF[][T[aW 6.7 28

269 ohσlcogenFbondsFformedFthroughFˇ�TholeseF”…ZFcomplexesFwithFnitrogenFσndFphosphorusFbσsesUF
MolecularfPhysicsSF2016SFXX[SFYbaTYcY 1.7 28

268 noostingFgrσpheneFreσctivityFwithFcoTdopingFofFboronFσndFnitrogenFσtomseFo…FoxidσtionFbyF…YF
moleculeUFAppliedfSurfacefScienceSF2018SF[]]SFcWcTcX[ 6.7 27

267 mFpr–FstudyFonFtheFcσtσlyticFhydrogenσtionFofFo…YFtoFformicFσcidFoverF–iTdopedFgrσpheneF
nσnoflσkeUFChemicalfPhysicsfLettersSF2017SFacYSF[dT][ 2.5 27

266
pensityFfunctionσlFtheoryFstudyFofFzTtUUU…SF…TtUUU…FσndFoTtUUU…FhydrogenTbondingFeffectsFonFtheF
X[zFσndFYtFnucleσrFquσdrupoleFcouplingFtensorsFofFzTσcetylTvσlineUFBiophysicalfChemistrySF2008SF
XZZSFXXTc

3.5 27

265 tybridFsolTgelFcoσtingsFbσsedFonFsilσnesTσminoFσcidsFforFcorrosionFprotectionFofFm−dXFmσgnesiumF
σlloyeFqlectrochemicσlFσndFpr–FinsightsUFProgressfinfOrganicfCoatingsSF2019SFXZXSFXdXTYWY 4.8 27

264 mFstructurσlFstudyFofFfentσnylFbyFpr–FcσlculσtionsSFzy“FσndFu“FspectroscopyUFJournalfoffMolecularf
StructureSF2017SFXXYcSF]]YT]aY 3.4 26

263 mFpr–FstudyFofFpyrσzineFderivσtivesFσndFtheirFreFcomplexesFinFcorrosionFinhibitionFprocessUFJournalf
offMolecularfStructureSF2015SFXWcaSFa[TbY 3.4 26

262 …xidσtionFofFo…FbyFzY…FoverFmlTFσndF–iTdopedFgrσpheneeFσFcompσrσtiveFstudyUFRSCfAdvancesSF2016SF
aSFa[cZYTa[c[W 3.7 26

(2016-2008)

5



261 mnionicFtetrelFbondseFmnFσbFinitioFstudyUFChemicalfPhysicsfLettersSF2018SFadXSFZd[T[WW 2.5 26

260
qnhσncedFσdsorptiveFremovσlFofFundigoFcσrmineFdyeFperformσnceFbyFfunctionσlizedFcσrbonF
nσnotubesFbσsedFσdsorbentsFfromFσqueousFsolutioneFequilibriumSFkineticSFσndFpr–FstudyUFJournalfoff
NanostructurefinfChemistrySF2019SFdSFZYZTZZ[

7.6 25

259 pr–FcσlculσtionsFonFtheFcσtσlyticFoxidσtionFofFo…FoverF”iTdopedFOaSWPFboronFnitrideFnσnotubesUF
StructuralfChemistrySF2016SFYbSF]d]TaW[ 1.8 24

258
–heoreticσlFinsightsFintoFnσtureFofFˇ�TholeFinterσctionsFbetweenFtrielFcentersFOnFσndFmlPFσndFrσdicσlF
methylFσsFσFpotentiσlFelectronFdonoreFpoFsingleTelectronFtrielFbondsFexistkUFStructuralfChemistrySF
2016SFYbSFXX]bTXXa[

1.8 24

257 qxperimentσlFσndFtheoreticσlFstudyFofF–i…YFbσsedFnσnostructuredFsemiconductingFhumidityFsensorUF
CeramicsfInternationalSF2019SF[]SFcZaYTcZad 5.1 23

256 untriguingFpropertiesFofFunusuσlFsiliconFnσnocrystσlsUFRSCfAdvancesSF2015SF]SFbcXdYTbcYWc 3.7 23

255 –uningFofFpnicogenFσndFchσlcogenFbondsFbyFσnFσerogenTbondingFinterσctioneFσFcompσrσtiveFσbF
initioFstudyUFMolecularfPhysicsSF2019SFXXbSF]cTaa 1.7 23

254 qnhσncementFeffectFofFlithiumFbondingFonFtheFstrengthFofFpnicogenFbondseF·tYP´•´•´•zoxi´•´•´•zo₃FσsFσF
workingFmodelFO·FhFrSFolfF₃FhFtSFrSFolSFozPUFMolecularfPhysicsSF2014SFXXYSFYW]cTYWaY 1.7 23

253 srσpheneTnσsedFqlectrochemicσlF”upercσpσcitorsUFInterfacefSciencefandfTechnologySF2019SFYbSFZZdTZca 2.3 23

252 qlectricFfieldFσssistedFσctivσtionFofFo…FoverFPTdopedFgrσpheneeFmFpr–FstudyUFJournalfoffMolecularf
GraphicsfandfModellingSF2019SFdWSFXdYTXdc 2.8 22

251 ”ingleTelectronFσerogenFbondseFpoFtheyFexistkUFChemicalfPhysicsfLettersSF2016SFa]dSFXdaTYWY 2.5 22

250 mpplicσtionFofF”iTdopedFgrσpheneFσsFσFmetσlTfreeFcσtσlystFforFdecompositionFofFformicFσcideFmF
theoreticσlFstudyUFInternationalfJournalfoffQuantumfChemistrySF2015SFXX]SFXX]ZTXXaW 2.1 22

249 yutuσlFinfluenceFbetweenFσnionTˇ�FσndFpnicogenFbondFinterσctionseFtheFenhσncementFofFPkzFσndF
Pk…FinterσctionsFbyFσnFσnionTˇ�FbondUFJournalfoffMolecularfGraphicsfandfModellingSF2015SF]bSFddTXW] 2.8 22

248 ”iTembeddedFboronTnitrideFnσnotubesFσsFσnFefficientFσndFmetσlTfreeFcσtσlystFforFz…FoxidσtionUF
SuperlatticesfandfMicrostructuresSF2015SFcXSFbTX] 2.8 22

247 zY…FRF”…YFreσctionFoverF”iTFσndFoTdopedFboronFnitrideFnσnotubeseFmFcompσrσtiveFpr–FstudyUF
AppliedfSurfacefScienceSF2017SF[WZSF[ZT]W 6.7 21

246 ProbingFreσctionFpσthwσysFforFoxidσtionFofFo…FbyF…YFmoleculeFoverFPTdopedFdivσcσncyFgrσpheneeFmF
pr–FstudyUFAppliedfSurfacefScienceSF2018SF[[WSF]cWT]c] 6.7 21

245 mFpr–FstudyFonFdopingFσssistedFchσngingFofFncWFelectronicFstructureeFPromisingFcσndidσtesFforFztZF
sensorUFSensorsfandfActuatorsfB:fChemicalSF2014SFXdXSF[]bT[aZ 8.5 21

244
PrepσrσtionFσndFchσrσcterizσtionFofFσFnewFwσsteTderivedFmesoporousFcσrbonFstructureFforF
ultrσhighFσdsorptionFofFbenzeneFσndFtolueneFσtFσmbientFconditionsUFJournalfoffHazardousfMaterialsSF
2020SFZc[SFXYXZXb

12.8 21

Mahdi D Esrafili

6



243 Pnicogenâ��pnicogenFinterσctionsFinF…Y·PePtY₃FcomplexesFO·htSFrSFozfF₃htSF…tSF…otZSFotZSFztYPUF
ChemicalfPhysicsfLettersSF2015SFaZcSFXYYTXYb 2.5 20

242
”trengtheningFofFtheFhσlogenTbondingFbyFσnFσerogenFbondFinterσctioneFsubstitutionFσndF
cooperσtiveFeffectsFinF…Z−´•´•´•zo·´•´•´•zo₃FO−FhFmrSFwrSF·efF·FhFolSFnrSFufF₃FhFtSFrSF…tPFcomplexesUF
MolecularfPhysicsSF2016SFXX[SFYXbbTYXca

1.7 20

241 mFcompσrσtiveFstudyFofFtheFo…FoxidσtionFreσctionFoverFpristineFσndFoTdopedFboronFnitrideF
fullereneUFRSCfAdvancesSF2016SFaSFXbXbYTXbXbc 3.7 20

240 qxploringFâ��σerogenâ��hydrideâ��FinterσctionsFbetweenF−…rYFO−FhFwrSF·ePFσndFmetσlFhydrideseFmnFσbF
initioFstudyUFChemicalfPhysicsfLettersSF2016SFa][SFYZTYc 2.5 20

239 –heFtrielFbondeFσFpotentiσlFforceFforFtuningFσnionâ��ˇ�FinterσctionsUFMolecularfPhysicsSF2018SFXXaSFZccTZdc 1.7 20

238 nzFcoTdopedFgrσpheneFmonolσyersFσsFpromisingFmetσlTfreeFcσtσlystsFforFzFYF…FreductioneFmFpr–F
studyUFChemicalfPhysicsfLettersSF2018SFbW]SF[[T[d 2.5 20

237 mnFσbFinitioFstudyFonFtunσbilityFofFˇ�TholeFinterσctionsFinF·t”ePtY₃FσndF·tYPe”t₃FcomplexesFO·FhFrSF
olSFnrfF₃FhFtSF…tSF…otZSFotZSFoYt]SFσndFztYPUFJournalfoffMolecularfModelingSF2015SFYXSFXba 2 19

236 mF”ingleFPdFmtomF”tσbilizedFonFnoronT σcσncyFofFhTnzFzσnosheeteFmFPromisingFoσtσlystFforFo…F
…xidσtionUFChemistrySelectSF2018SFZSFdXcXTdXcc 1.8 19

235
–heFduσlFroleFofFhσlogenSFchσlcogenSFσndFpnictogenFσtomsFσsFxewisFσcidFσndFbσseeF–riσngulσrF
·nre”t·ePtY·FcomplexesFO·FhFrSFolSFnrSFozSFzoSF…tSFztYSFσndF…otZPUFInternationalfJournalfoff
QuantumfChemistrySF2015SFXX]SFX]cWTX]ca

2.1 19

234 ˇ�TtoleFbondFtunσbilityFinF₃…Y·YeztZFσndF₃…Y·YetY…FcomplexesFO·FhFrSFolSFnrfF₃FhF”SF”ePeFtrendsF
σndFtheoreticσlFσspectsUFStructuralfChemistrySF2016SFYbSFaXbTaY] 1.8 18

233 oσtσlyticFdehydrogenσtionFofFhydrσzineFonFsiliconTcσrbideFnσnotubeseFmFpr–FstudyFonFtheFkineticF
issueUFSurfacefScienceSF2015SFaZYSFXXcTXY] 1.8 18

232 ”ynthesisSFstructurσlFchσrσcterizσtionFσndFpr–FcσlculσtionsFofFσFnewFoneTdimensionσlF
diorgσnotinOu PFderivσtiveFofFzTisonicotinylFphosphorσmideUFPolyhedronSF2014SFbXSFcTXa 2.7 18

231 oooperσtiveFinterσctionFbetweenFˇ�TholeFσndFsingleTelectronFˇ�TholeFinterσctionsFinF…Y”´•´•´•zo·´•´•´•otZF
σndF…Y”e´•´•´•zo·´•´•´•otZFcomplexesFO·FhFrSFolSFnrFσndFuPUFMolecularfPhysicsSF2014SFXXYSFYWbcTYWc[ 1.7 18

230 towFdoFphosphorσmidesFcompeteFwithFphosphineFoxidesFinFlσnthσnideFcomplexσtionkF”tructurσlSF
electronicFσndFenergyFσspectsFσtFσbFinitioFσndFpr–FlevelsUFTheoreticalfChemistryfAccountsSF2010SFXYbSF]ZdT]]W1.9 18

229 oσtσlyticFreductionFofFz…FbyFo…FmoleculesFoverFziTdopedFgrσpheneeFσFpr–FinvestigσtionUFNewf
JournalfoffChemistrySF2017SF[XSFXZX[dTXZX]] 3.6 17

228 qxploringFˇ�TholeFbondingFinF·tZ”i´•´•´•ty₃FO·htSFrSFozfFyhneSFygfF₃htSFrSFotZPFcomplexeseFσF
HtetrelThydrideHFinterσctionUFJournalfoffMolecularfModelingSF2015SFYXSFaW 2 17

227 qfficientFdehydrogenσtionFofFformicFσcidFusingFmlFXYFzFXYFnσnocσgeeFmFpr–FstudyUFSuperlatticesfandf
MicrostructuresSF2014SFb]SFXbTYa 2.8 17

226 –heoreticσlFstudyFonFcooperσtiveFeffectsFbetweenF·kzFσndF·koσrbeneFhσlogenFbondsFO·FhFrSolSnrF
σndFuPUFJournalfoffMolecularfModelingSF2013SFXdSF[bdbTcW[ 2 17

(2013-2015)

7



225 oooperσtiveFeffectsFbetweenFtetrelFbondFσndFotherFˇ�â��holeFbondFinterσctionseFσFcompσrσtiveF
investigσtionUFMolecularfPhysicsSF2015SFXXZSFZbWZTZbXX 1.7 17

224 mdsorptiveFmercσptσnFremovσlFofFliquidFphσseFusingFnσnoporousFgrσpheneeFqquilibriumSFkineticF
studyFσndFpr–FcσlculσtionsUFEcotoxicologyfandfEnvironmentalfSafetySF2018SFXa]SF]ZZT]Zd 7 17

223 oomputσtionσlFmechσnisticFinsightsFintoFo…FoxidσtionFreσctionFoverFreFdecorσtedFoY[zY[F
fullereneUFInorganicfChemistryfCommunicationSF2019SFXWaSFXdWTXda 3.1 16

222 mFpr–FstudyFonF”…ZFcσptureFσndFσctivσtionFoverF”iTForFmlTdopedFgrσpheneUFChemicalfPhysicsfLettersSF
2016SFa]cSFX[aTX]X 2.5 16

221 mnFσbFinitioFstudyFonFcompetitionFbetweenFpnicogenFσndFchσlcogenFbondFinterσctionsFinFbinσryF
·t”ePtY·FcomplexesFO·FhFrSFolSFootSFo…tSFotZSF…tSF…otZFσndFztYPUFMolecularfPhysicsSF2016SFXX[SFXc[bTXc]]1.7 16

220 oooperσtiveFσndFdiminutiveFinterplσyFbetweenFtheFsodiumFbondingFwithFhydrogenFσndFdihydrogenF
bondingsFinFternσryFcomplexesFofFzσoZzFwithFtygtFσndFtozFOtzoPUFMolecularfPhysicsSF2014SFXXYSFYWXbTYWYY1.7 16

219 ”ubstituentFeffectsFonFcooperσtivityFbetweenFlithiumFbondsUFInternationalfJournalfoffQuantumf
ChemistrySF2014SFXX[SFYd]TZWX 2.1 16

218 mFtheoreticσlFevidenceFforFcooperσtivityFeffectsFinFfluorineTcenteredFhσlogenFbondseFlineσrF
OrozPYâ��bFσndFOrzoPYâ��bFclustersUFStructuralfChemistrySF2014SFY]SF[WZT[Wc 1.8 16

217 mdsorptionFσndFdecompositionFofFformσldehydeFonFtheFnXYzXYFnσnostructureeFσFdensityFfunctionσlF
theoryFstudyUFMonatsheftefFˆ…rfChemieSF2017SFX[cSFXbYbTXbZX 1.4 16

216 mnFσbFinitioFstudyFonFtheFconcertedFinterσctionFbetweenFchσlcogenFσndFpnicogenFbondsUFJournalfoff
MolecularfModelingSF2014SFYWSFY][] 2 16

215
yoleculσrFdynσmicsFsimulσtionsFofFcholineFchlorideFσndFphenylFpropionicFσcidFdeepFeutecticF
solventseFunvestigσtionFofFstructurσlFσndFdynσmicsFpropertiesUFJournalfoffMolecularfGraphicsfandf
ModellingSF2021SFXWaSFXWbdWc

2.8 16

214 —nusuσlFcooperσtivityFeffectsFbetweenFhσlogenFbondFσndFdonorTσcceptorFinterσctionseF–heFroleFofF
orbitσlFinterσctionUFChemicalfPhysicsfLettersSF2017SFabcSFYb]TYcY 2.5 15

213 oσrbonTdopedFboronFnitrideFnσnosheetsFσsFhighlyFsensitiveFmσteriσlsFforFdetectionFofFtoxicFz…FσndF
z…YFgσseseFmFpr–FstudyUFVacuumSF2019SFXaaSFXYbTXZ[ 3.7 15

212 nTdopedFoZzFmonolσyereFσFrobustFcσtσlystFforFoxidσtionFofFcσrbonFmonoxideUFTheoreticalfChemistryf
AccountsSF2019SFXZcSFX 1.9 15

211
unterplσyFbetweenFhydrogenFbondFσndFsingleTelectronFtetrelFbondeFtZoko…·Ykt₃FσndF
tZoko”·Ykt₃FO·FhFrSFolfF₃FhFozSFzoPFcomplexesFσsFσFworkingFmodelUFComputationalfandfTheoreticalf
ChemistrySF2015SFXWb[SFXWXTXWa

2 15

210 mFcomputσtionσlFstudyFonFtheFstrengthFσndFnσtureFofFbifurcσtedFσerogenFbondsUFChemicalfPhysicsf
LettersSF2018SFadcSFXTa 2.5 15

209 o…F…xidσtionFoσtσlyzedFbyFσF”ingleF–iFmtomF”upportedFonFpivσcσncyFpefectiveFsrσpheneeFmF
pispersionToorrectedFpr–F”tudyUFChemistrySelectSF2018SFZSF[[bXT[[bd 1.8 15

208 –heFstrengtheningFeffectFofFσFhydrogenForFlithiumFbondFonFtheF−´•´•´•zFσerogenFbondFO−FhFmrSFwrFσndF
·ePeFσFcompσrσtiveFstudyUFMolecularfPhysicsSF2016SFXX[SFZYa]TZYba 1.7 15

Mahdi D Esrafili
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207 ”ubstituentFeffectsFonFcooperσtivityFofFpnicogenFbondsUFJournalfoffMolecularfModelingSF2014SFYWSFY[Za 2 15

206
tσlogenFbondsFenhσncedFbyFˇ�TholeFσndFˇ�TholeFinterσctionseFσFcompσrσtiveFstudyFonFcooperσtivityF
σndFcompetitionFeffectsFbetweenF·â��â��â��zFσndF”â��â��â��zFinterσctionsFinFtZzâ��â��â��·ozâ��â��â��”rYFσndFtF
Zzâ��â��â��·ozâ��â��â��”…YFcomplexesFO·FFFhFrSFolSFnrFσndFuPUFJournalfoffMolecularfModelingSF2014SFYWSFYYdX

2 15

205
oompetitionFσndFinterplσyFbetweenFtheFlithiumFbondingFσndFhydrogenFbondingeF“â��o´•´•´•t₃´•´•´•xi₃FσndF
“â��o´•´•´•xi₃´•´•´•t₃FtriσdsFσsFσFworkingFmodelFO“htSFotâ��fF₃hozSFzoPUFJournalfoffMolecularfModelingSF2013SF
XdSF]WZXT]

2 15

204 mnFσbFinitioFstudyFonFσnionicFσerogenFbondsUFChemicalfPhysicsfLettersSF2017SFaabSFZZbTZ[[ 2.5 15

203 mnFσbFinitioFstudyFonFtheFnσtureFofFˇ�TholeFinterσctionsFinFpnicogenTbondedFcomplexesFwithFcσrbeneF
σsFσnFelectronFdonorUFMolecularfPhysicsSF2016SFXX[SFYXX]TYXYY 1.7 15

202 mFfirstTprinciplesFstudyFonFtheFσdsorptionFbehσviourFofFmethσnolFσndFethσnolFoverFo]dnF
heterofullereneUFMolecularfPhysicsSF2017SFXX]SFXaZZTXa[X 1.7 14

201 mFpr–FstudyFonFtheFpotentiσlFσpplicσtionFofF”iloY[zY[FporousFfullereneFσsFσnFinnovσtiveFσndF
highlyFσctiveFcσtσlystFforFz…FreductionUFChemicalfPhysicsfLettersSF2019SFbY[SFcWTc] 2.5 14

200 –riphenyltinOu PFσdductsFofFdiphosphorylFligσndseFstructurσlSFelectronicFσndFenergyFσspectsFfromF
·TrσyFcrystσllogrσphyFσndFtheoreticσlFcσlculσtionsUFRSCfAdvancesSF2015SF]SFXb[cYTXb[dY 3.7 14

199 oooperσtiveFeffectsFinFcyclicFxiozFσndFtozFclusterseFmFcompσrσtiveFstudyUFComputationalfandf
TheoreticalfChemistrySF2013SFXWYYSFXX]TXYW 2 14

198 mFpr–FstudyFonFz…FreductionFtoFz…FusingFmlTFσndFPTdopedFhexσgonσlFboronFnitrideFnσnosheetsUF
JournalfoffMolecularfGraphicsfandfModellingSF2019SFcdSF[XT[d 2.8 13

197
…neTpotFsynthesisSFr–Tu“FσndFdensityFfunctionσlFmethodFOpr–PFstudiesFonF
zTbenzylTzTethylTzT∙]TnitroTYTOXSXSZSZT–etrσmethylbutylσminoPTXTbenzofurσnTZTyl]σmineUF
SpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopySF2013SFXXaSFa]TbZ

4.4 13

196 nTSFzTdopedFσndFnzFcodopedFoaWFheterofullerenesFforFenvironmentσlFmonitoringFofFz…FσndFz…YeFσF
pr–FstudyUFMolecularfPhysicsSF2020SFXXcSFeXaZX[d] 1.7 13

195 oσtσlyticFσctivityFofFsiliconFcσrbideFnσnotubesFσndFnσnosheetsFforFoxidσtionFofFo…eFσFpr–FstudyUF
NewfJournalfoffChemistrySF2016SF[WSFYbb]TYbc[ 3.6 12

194 qpoxidσtionFofFethyleneFoverFPtTSFPdTFσndFziTdopedFgrσpheneFinFtheFpresenceFofFzY…FσsFσnFoxidσnteF
σFcompσrσtiveFpr–FstudyUFNewfJournalfoffChemistrySF2017SF[XSFdcX]TdcY] 3.6 12

193
qxperimentσlFσndFtheoreticσlFstudyFonF
diethylTO−PTYTO]SbTdiphenylTXSZS[ToxσdiσzepinTYTylPTYTbutenedioσteFusingFdifferentFlevelsFofF
computσtionσlFmethodsUFSpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopySF
2015SFX[WSF]c]Tdd

4.4 12

192 –heoreticσlFstudyFonFcooperσtiveFinterplσyFbetweenFσnionâ��ˇ�FσndFchσlcogenTbondingFinterσctionsUF
MolecularfPhysicsSF2015SFXXZSFX[[YTX[]W 1.7 12

191
qxploringFlithiumFbondingFinterσctionsFbetweenFnobleTgσsFhydridesFt·e₃FσndFxi·FmoleculesFO₃htSF
ozSFzoFσndF·htSFozSFzoSF…tSFztYSFotZPeFmFtheoreticσlFstudyUFComputationalfandfTheoreticalf
ChemistrySF2014SFXWYbSFc[TdW

2 12

190
mFpr–FstudyFonFtheFpossibilityFofFusingFσFsingleFouFσtomFincorporσtedFnitrogenTdopedFgrσpheneFσsF
σFpromisingFσndFhighlyFσctiveFcσtσlystFforFoxidσtionFofFo…UFInternationalfJournalfoffQuantumf
ChemistrySF2019SFXXdSFeY]c]b

2.1 12

(2019-2014)
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189 pevelopmentFofF–i…YFnσnofibersFbσsedFsemiconductingFhumidityFsensoreFσdsorptionFkineticsFσndF
pr–FcomputσtionsUFMaterialsfChemistryfandfPhysicsSF2020SFYZdSFXYXdcX 4.4 12

188 mFcompσrσtiveFpr–FstudyFonFsingleTσtomFcσtσlysisFofFo…FoxidσtionFoverFmlTFσndFPTembeddedF
hexσgonσlFboronTnitrideFnσnosheetsUFJournalfoffMolecularfGraphicsfandfModellingSF2018SFc]SFZYZTZZW 2.8 12

187 yodulσtingFofFtheFpnicogenTbondingFbyFσFtkˇ�FinterσctioneFmnFσbFinitioFstudyUFJournalfoffMolecularf
GraphicsfandfModellingSF2017SFb]SFXa]TXbZ 2.8 11

186 ohσlcogenFbondsFtunedFbyFσnFzâ��t´•´•´•ˇ�ForFoâ��t´•´•´•ˇ�FinterσctioneFinvestigσtionFofFsubstituentSF
cooperσtivityFσndFsolventFeffectsUFMolecularfPhysicsSF2017SFXX]SFXbXZTXbYZ 1.7 11

185 –uningFσerogenFbondsFviσFσnionTˇ�ForFloneFpσirTˇ�FinterσctioneFσFcompσrσtiveFσbFinitioFstudyUF
StructuralfChemistrySF2017SFYcSFXY]]TXYa[ 1.8 11

184 ”ubstituentFeffectsFinFcooperσtivityFofFchσlcogenFbondsUFMolecularfPhysicsSF2015SFXXZSFZYcYTZYdW 1.7 11

183
untrσchσinFσntiferromσgneticFexchσngeFinFσFXpFbrσnchedTchσinFbuiltFofFtwoFdifferentFcopperOuuPF
centresFinterlinkedFbyFendTonFσzidoFσndFphenoxoFbridgeseFelectronFdensityFmσpSFelectrochemicσlF
σndFmσgneticFpropertiesUFRSCfAdvancesSF2015SF]SF]ddYaT]ddZ[

3.7 11

182 mdsorptionFofFformσmideFoverFpristineFσndFmlTdopedFboronFnitrideFnσnosheetseFmF
dispersionTcorrectedFpr–FstudyUFJournalfoffMolecularfGraphicsfandfModellingSF2018SFcYSFXWXTXWb 2.8 11

181 tσlideFionTdrivenFselfTσssemblyFofF−nOuuPFcompoundsFderivedFfromFσnFσsymmetricσlFhydrσzoneF
buildingFblockeFσFcombinedFexperimentσlFσndFtheoreticσlFstudyUFNewfJournalfoffChemistrySF2016SF[WSFXWXXaTXWXYa3.6 11

180 ”tructurσlFσndFphotophysicσlFchσrσcterizσtionFofFmonoTFσndFbinucleσrFouOuPFcomplexesFbσsedFonF
cσrbohydrσzoneseFσFcombinedFexperimentσlFσndFcomputσtionσlFstudyUFCrystEngCommSF2016SFXcSFYcbZTYcc[3.3 11

179 mnFσbFinitioFstudyFonFcσtionicFchσlcogenFbondFinterσctionsFbetweenFrZâ��ntn”RFOnFhFWâ��YPFσndF
nitrogenFbσsesUFChemicalfPhysicsfLettersSF2016SFa[]SFZYTZb 2.5 11

178 –uningFtetrelFbondsFviσFcσtionâ��ˇ�FinterσctionseFσnFσbFinitioFstudyFonFconcertedFinterσctionFinF
yRâ��oat]·tZâ��zo₃FcomplexesFOyFhFxiSFzσSFwfF·FhF”iSFsefF₃FhFtSFrSF…tPUFMolecularfPhysicsSF2016SFXX[SFcZTdX 1.7 11

177 mFpromisingFσndFnewFsingleTσtomFcσtσlystFforFo…FoxidσtioneF”iTembeddedFyo”YFmonolσyerUFJournalf
offPhysicsfandfChemistryfoffSolidsSF2019SFXZ]SFXWdXYZ 3.9 11

176 unterplσyFσndFcompetitionFbetweenFtheFlithiumFbondingFσndFhσlogenFbondingeF“Zo´•´•´•·oz´•´•´•xiozFσndF
“Zo´•´•´•xioz´•´•´•·ozFσsFσFworkingFmodelFO“FhFtSFotZfF·FhFolSFnrPUFMolecularfPhysicsSF2014SFXXYSFXbcZTXbcc 1.7 11

175 pr–FstudyFofFOXbP…SFOXPtFσndFOXZPoFzy“FchemicσlFshiftsFinFtwoFformsFofFnσtiveFcelluloseSFuO˛–PFσndF
uO˛†PUFCarbohydratefResearchSF2012SFZ[bSFddTXWa 2.9 11

174 –heFeffectFofFhydrogenTbondingFcooperσtivityFonFtheFstrengthFσndFpropertiesFofFˇ�TholeF
interσctionseFσnFσbFinitioFstudyUFMolecularfPhysicsSF2017SFXX]SFdXZTdY[ 1.7 10

173 PotentiσlFofF”iTdopedFboronFnitrideFnσnotubesFσsFσFhighlyFσctiveFσndFmetσlTfreeFelectrocσtσlystFforF
oxygenFreductionFreσctioneFmFpr–FstudyUFSyntheticfMetalsSF2017SFYYaSFXYdTXZc 3.6 10

172 qfficientFpn–FremovσlFfromFdieselFoilFbyFo pFsynthesizedFzTdopedFgrσpheneFσsFσFnσnoσdsorbenteF
qquilibriumSFkineticFσndFpr–FstudyUFEcotoxicologyfandfEnvironmentalfSafetySF2019SFXbYSFcdTda 7 10
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171 o]d·FteterofullerenesFO·hzSFnSF”iSFPFσndF”PFσsFoσtσlystsFforF“eductionFofFzY…eFmFoompσrσtiveFpr–F
”tudyUFChemistrySelectSF2019SF[SFYYabTYYb[ 1.8 10

170 mdsorptionFσndFdecompositionFofFformσmideFoverFzigzσgFOnSWPFsiliconTcσrbideFnσnotubesFOnFhF]â��bPeF
unvestigσtionFofFcurvσtureFeffectsUFSurfacefScienceSF2015SFaZbTaZcSFadTba 1.8 10

169 qffectFofFcσtionâ��ˇ�FinterσctionFonFlithiumFσndFhσlogenFbondseFσFcompσrσtiveFstudyUFMolecularfPhysics
SF2015SFXXZSFbXXTbXc 1.7 10

168 ouzFdopedFgrσpheneFσsFσnFσctiveFelectrocσtσlystFforFoxygenFreductionFreσctionFinFfuelFcellseFmFpr–F
studyUFJournalfoffMolecularfGraphicsfandfModellingSF2020SFdaSFXWb]Zb 2.8 10

167 oompetitionFbetweenFchσlcogenFbondFσndFhσlogenFbondFinterσctionsFinF₃…·[eztZFO₃FhF”SF”efF·FhFrSF
olSFnrPFcomplexeseFmnFσbFinitioFinvestigσtionUFStructuralfChemistrySF2016SFYbSFX[ZdTX[[b 1.8 10

166 ohσrσcterizσtionFofFˇ�TholeFinterσctionsFinFXeXFσndFXeYFcomplexesFofF₃…rY·FO·FhFrSFolSFnrSFufF₃FhFPSFmsPF
withFσmmoniσeFcompetitionFbetweenFhσlogenFσndFpnicogenFbondsUFStructuralfChemistrySF2016SFYbSFdZdTd[a1.8 10

165 mFpr–FinvestigσtionFonFhydrogenTFσndFhσlogenTbondingFinterσctionsFinFdichloroσceticFσcideF
σpplicσtionFofFzy“Tsum…FσndFnσderFtheoriesUFStructuralfChemistrySF2013SFY[SFZdT[b 1.8 10

164 mlcoholF…xidσtionFσndFtydrogenFqvolutionUFInterfacefSciencefandfTechnologySF2019SFYbSFY]ZTZWX 2.3 10

163 mFpr–F”tudyFofF”ingleTmtomFoσtσlysisFofFo…F…xidσtionF—singFoσrbonTqmbeddedFtexσgonσlFnoronF
zitrideFyonolσyerUFChemistrySelectSF2018SFZSFb[WYTb[Wd 1.8 10

162
mreFcholineFchlorideTbσsedFdeepFeutecticFsolventsFbetterFthσnFmethylFdiethσnolσmineFsolventsFforF
nσturσlFgσsF”weeteningkFtheoreticσlFinsightsFfromFmoleculσrFdynσmicsFsimulσtionsUFJournalfoff
MolecularfLiquidsSF2021SFZZcSFXXabXa

6 10

161 mnFσbFinitioFinvestigσtionFofFchσlcogenâ��hydrideFinterσctionsFinvolvingFt·etFσsFσFchσlcogenFbondF
σcceptorUFStructuralfChemistrySF2016SFYbSFbc]TbdY 1.8 9

160 oσrbeneâ��σerogenFbondseFσnFσbFinitioFstudyUFMolecularfPhysicsSF2017SFXX]SFdbXTdcW 1.7 9

159 oσtσlyticFreductionFofFnitrousFoxideFoverFboronTdopedFoZzFmonolσyerseFmFpr–FstudyUFChemicalf
PhysicsfLettersSF2019SFbY]SF]YT]c 2.5 9

158 reTdecorσtedFσllTboronFn[WFfullereneFservingFσsFσFpotentiσlFpromisingFσctiveFcσtσlystFforFo…F
oxidσtioneFmFpr–FmechσnisticFσpproσchUFPolyhedronSF2020SFXccSFXX[add 2.7 9

157 –uningFofFcσrbonFbondsFbyFsubstituentFeffectseFσnFσbFinitioFstudyUFMolecularfPhysicsSF2016SFXX[SFZa]cTZaac1.7 9

156
tomonucleσrFchσlcogenâ��chσlcogenFbondFinterσctionsFinFcomplexesFpσiringF₃…ZFσndF₃t·FmoleculesF
O₃FhF”SF”efF·FhFtSFolSFnrSFootSFzoSF…tSF…otZPeFunfluenceFofFsubstitutionFσndFcooperσtivityUF
InternationalfJournalfoffQuantumfChemistrySF2016SFXXaSF]YdT]Za

2.1 9

155 zY…FRFo…FreσctionFoverFσFsingleF”iForFPFσtomFincorporσtedFnitrogenTdopedFgrσpheneeFmF
compσrσtiveFpr–FstudyUFChemicalfPhysicsfLettersSF2018SFbWcSFd[Tdd 2.5 9

154 oz·eolFσndFoz·enrFspeciesFσsFhσlogenFbondFdonorseFσFquσntumFchemicσlFstudyFonFtheFstructureSF
propertiesSFσndFnσtureFofFhσlogen´•´•´•nitrogenFinterσctionsUFJournalfoffMolecularfModelingSF2014SFYWSFYYWZ 2 9

(2014-2019)
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153 z…FelectrochemicσlFreductionFoverF”iTz[FembeddedFgrσpheneeFmFpr–FinvestigσtionUFAppliedfSurfacef
ScienceSF2021SF][[SFX[ccad 6.7 9

152 –uningFofFtetrelFbondsFinterσctionsFbyFsubstitutionFσndFcooperσtiveFeffectsFinF·tZ”i´•´•´•zot´•´•´•tyFO·FhF
tSFrSFolSFnrfFyFhFxiSFzσSFnetFσndFygtPFcomplexesUFMolecularfPhysicsSF2016SFXX[SFXdb[TXdcY 1.7 9

151 o…FcσtσlyticFoxidσtionFoverFo]d·FheterofullerenesFO·FhFnSF”iSFPSF”PeFmFpr–FstudyUFComputationalfandf
TheoreticalfChemistrySF2019SFXX]XSF]WT]b 2 9

150 …xidσtionFofF”…FoverFoTdopedFboronFnitrideFnσnosheetseF–heFroleFofFoTdopingSFσndFsolventFeffectsUF
JournalfoffMolecularfGraphicsfandfModellingSF2019SFcaSFYWdTYXc 2.8 9

149 mdsorptionFsensitivityFofFpristineFσndFmlTForF”iTdopedFboronFnitrideFnσnoflσkeFtoFo…olYeFσFpr–FstudyUF
MolecularfPhysicsSF2019SFXXbSFaYaTaZ[ 1.7 9

148 ohloropicrinFsensorFbσsedFonFtheFpristineFnzFnσnoconeseFpr–FstudiesUFStructuralfChemistrySF2018SF
YdSF]c]T]dY 1.8 9

147 yutuσlFinfluenceFbetweenFtrielFbondFσndFcσtionâ��ˇ�FinterσctionseFσnFσbFinitioFstudyUFMolecularfPhysicsSF
2017SFXX]SFYdddTZWXW 1.7 8

146
mpplicσtionFofFzovelFreZ…[â��PolyσnilineFzσnocompositesFinFmsphσlteneFmdsorptiveF“emovσleF
qquilibriumSFwineticF”tudyFσndFpr–FoσlculσtionsUFJournalfoffInorganicfandfOrganometallicfPolymersf
andfMaterialsSF2019SFYdSFXXaWTXXbW

3.2 8

145 tydrogenFgenerσtionFfromFmethylσmineFusingFsiliconFcσrbideFnσnotubesFσsFσFdehydrogenσtionF
cσtσlysteFσFdensityFfunctionσlFtheoryFstudyUFJournalfoffMolecularfGraphicsfandfModellingSF2015SF]]SF[XTb 2.8 8

144 oσrbonTdopedFboronTnitrideFfullerenesFσsFefficientFmetσlTfreeFcσtσlystsFforFoxidσtionFofF”…YeFσFpr–F
studyUFStructuralfChemistrySF2018SFYdSFYb]TYcZ 1.8 8

143 qlectrochemicσlF“eductionFofFzYFtoFztZF—singFσFooTmtomF”tσbilizedFonFpefectiveFzTpopedF
srσpheneeFmFoomputσtionσlF”tudyUFChemistrySelectSF2019SF[SFXYYXaTXYYYa 1.8 8

142 mFtheoreticσlFinsightFintoFsurfσceFreσctivityFofFnitrogenTdopedFnoZFnσnotubesUFPhysicafE:f
LowtDimensionalfSystemsfandfNanostructuresSF2014SF]dSFYYZTYYd 3 8

141 ”ynthesisFofFtheFglycolurilFderivσtivesFbyFtheFt−”yT]FnσnozeoliteFσsFσFcσtσlystUFGreenfChemistryf
LettersfandfReviewsSF2014SFbSFXXdTXY] 4.7 8

140
mFcompσrσtiveFstudyFonFcσrbonVsiliconFdopingFeffectsFonFelectronicFstructureFσndFsurfσceF
electrostσticFpotentiσlFofFOaSWPFboronTnitrideFnσnotubeeFσFpr–FinvestigσtionUFStructuralfChemistrySF
2013SFY[SFXYWbTXYX[

1.8 8

139 mFtheoreticσlFinvestigσtionFofFhydrogenFbondingFeffectsFonFoxygenFσndFhydrogenFchemicσlF
shieldingFtensorsFofFσspirinUFStructuralfChemistrySF2011SFYYSFXXd]TXYWZ 1.8 8

138 mFoomputσtionσlFunvestigσtionF…fF…xygenF“eductionF“eσctionFyechσnismsF…nF”iTFmndFmlTdopedF
srσpheneeFmFoompσrσtiveF”tudyUFAdvancedfMaterialsfLettersSF2015SFaSF]YbT]ZW 2.4 8

137 mFcompσrσtiveFpr–FstudyFofFreZRFσndFreYRFionsFσdsorptionFonFOXWWPFσndFOXXWPFsurfσcesFofFpyriteeFmnF
electrochemicσlFpointFofFviewUFSurfacefandfInterfacefAnalysisSF2020SF]YSFXXWTXXc 1.5 8

136 ”ubstituentFeffectsFonFgeometryFσndFbondingFpropertiesFofFσsymmetricFbifurcσtedFpnicogenF
bondseFmFtheoreticσlFstudyUFChemicalfPhysicsfLettersSF2016SFa]WSF]YT]a 2.5 8
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135 mFcompσrσtiveFtheoreticσlFstudyFofFo…FoxidσtionFreσctionFbyF…YFmoleculeFoverFmlTForF”iTdecorσtedF
grσpheneFoxideUFJournalfoffMolecularfGraphicsfandfModellingSF2016SFadSFcTXa 2.8 8

134 zY…FreductionFoverFσFporousF”iTdecorσtedFcσrbonFnitrideFfullereneeFmFpr–FstudyUFChemicalfPhysicsf
LettersSF2019SFbXaSFXXTXa 2.5 8

133 –heFinfluenceFofFhydrogenTFσndFlithiumTbondingFonFtheFcooperσtivityFofFchσlcogenFbondseFmF
compσrσtiveFσbFinitioFstudyUFMolecularfPhysicsSF2019SFXXbSFbYaTbZZ 1.7 8

132 …xygenF“eductionF“eσctionUFInterfacefSciencefandfTechnologySF2019SFYbSFYWZTY]Y 2.3 8

131 teσlingFofFσFcσrbonTvσcσncyFdefectFinFsiliconFcσrbideFnσnotubesFbyFo…FmoleculeseFmFpr–FstudyUF
ChemicalfPhysicsfLettersSF2017SFabXSF[dT]] 2.5 7

130
PredictionFσndFchσrσcterisσtionFofFσFchσlcogen´•´•´•ˇ�FinterσctionFwithFσcetyleneFσsFσFpotentiσlFelectronF
donorFinF·t”´•´•´•tootFσndF·t”e´•´•´•tootFO·FhFrSFolSFnrSFozSF…tSF…otZSFztYSFotZPFˇ�TholeFcomplexesUF
MolecularfPhysicsSF2015SFXXZSFZ]]dTZ]aa

1.7 7

129 –heFinterσctionFenergiesFbetweenFglycolurilFclipFσndFthiophenolFderivσtivesFusingFdensityFfunctionσlF
theoryFcσlculσtionsUFJournalfoffSulfurfChemistrySF2015SFZaSFZ]XTZ]b 2.3 7

128 –uningFofFchσlcogenFbondsFbyFcσtionTˇ�FinterσctionseFcooperσtiveFσndFdiminutiveFeffectsUFJournalfoff
MolecularfModelingSF2015SFYXSFZWW 2 7

127 ”uprσmoleculσrFσssembliesFofForgσnotinOu Pâ��diphosphorylFσdductseFinsightsFfromF·TrσysFσndFpr–UF
RSCfAdvancesSF2015SF]SFdcaXWTdcaXb 3.7 7

126 zY…FRFo…FreσctionFoverFsingleFsσForFseFσtomFembeddedFgrσpheneeFmFpr–FstudyUFSurfacefScienceSF
2018SFaabSFXW]TXXX 1.8 7

125 –heFheσlingFofFnTForFzTvσcσncyFdefectiveFnzz–sFbyFusingFo…FmoleculeeFσFpr–FstudyUFNewfJournalfoff
ChemistrySF2016SF[WSFcWY[TcWZX 3.6 7

124 mFdensityFfunctionσlFtheoryFstudyFonFσdsorptionFσndFdecompositionFofFσceticFσcidFoverFsiliconF
cσrbideFnσnotubesUFSyntheticfMetalsSF2016SFYX]SFXa[TXad 3.6 7

123 ”trongFcooperσtiveFeffectsFbetweenFˇ�TholeFσndFdihydrogenFbondsFinterσctionseFσFcomputσtionσlF
studyUFMolecularfPhysicsSF2016SFXX[SFYZX]TYZY[ 1.7 7

122 ohσrσcterizσtionFofFhσlogen´•´•´•hσlogenFinterσctionsFinFcrystσllineFdihσlomethσneFcompoundsF
OotYolYSFotYnrYFσndFotYuYPeFσFtheoreticσlFstudyUFJournalfoffMolecularfModelingSF2014SFYWSFYXWY 2 7

121 yutuσlFinfluenceFbetweenFconventionσlFσndFunconventionσlFlithiumFbondsUFJournalfoffMolecularf
GraphicsfandfModellingSF2014SF[dSFXYdTZb 2.8 7

120 qxploringFsurfσceFreσctivityFofFphosphorousTdopedFOaSWPFσndFO[S[PFnoZFnσnotubeseFσFpr–FstudyUF
JournalfoffMolecularfModelingSF2013SFXdSF[cbbTca 2 7

119 oooperσtivityFbetweenFfluorineTcenteredFhσlogenFbondseFinvestigσtionFofFsubstituentFeffectsUF
JournalfoffMolecularfModelingSF2013SFXdSF]aY]TZY 2 7

118 yetσlTrreeFpecompositionFofFrormicFmcidFonFPristineFσndFoσrbonTpopedFnoronFzitrideFrullereneeFmF
pr–F”tudyUFJournalfoffClusterfScienceSF2015SFYaSF]d]TaWc 3 7
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117 zitrogenTdopedFOaSWPFσndFO[S[PFsingleTwσlledF”ioFnσnotubeseFmFpr–FstudyFonFsurfσceFreσctivityFσndF
zy“FpσrσmetersUFSuperlatticesfandfMicrostructuresSF2013SFaWSFXbdTXdX 2.8 7

116 unfluenceFofFoxygenVsulfurTterminσtionFonFelectronicFstructureFσndFsurfσceFelectrostσticFpotentiσlF
ofFOaSWPFcσrbonFnσnotubeeFσFpr–FstudyUFStructuralfChemistrySF2013SFY[SFX]bXTX]bc 1.8 7

115 mFdensityFfunctionσlFstudyFofFX]zFchemicσlFshieldingFtensorsFinFquinolinesUFChemicalfPhysicsfLettersSF
2009SF[baSFXdaTYWW 2.5 7

114 ohσrσcterizσtionFofFcooperσtiveFeffectsFinFlineσrFσlphσTglycylglycineFclustersUFBiophysicalfChemistrySF
2009SFX[ZSFYaTZZ 3.5 7

113 qxploringFtheFstructurσlFσndFtrσnsportFpropertiesFofFglycelineFpq”TnσsedFboronFnitrideFnσnotubeF
zσnofluideF–heFeffectsFofFnσnotubeFdiσmeterUFJournalfoffMolecularfLiquidsSF2021SFZ[XSFXXbYbb 6 7

112 mFpr–FstudyFonFcσtσlyticFepoxidσtionFofFethyleneFoverF–iTdopedFgrσpheneFnσnoflσkeFinFtheF
presenceFofFz…FmoleculesUFChemicalfPhysicsfLettersSF2017SFacbSFYdWTYda 2.5 6

111 mlForF”iFdecorσtedFgrσpheneToxideeFmFpromisingFmσteriσlFforFcσptureFσndFσctivσtionFofFethyleneFσndF
σcetyleneUFJournalfoffPhysicsfandfChemistryfoffSolidsSF2018SFXXbSF[YT[c 3.9 6

110
”ingleF”iFσtomFsupportedFonFdefectiveFboronFnitrideFnσnosheetFσsFσFpromisingFmetσlTfreeFcσtσlystF
forFzY…FreductionFbyFo…ForF”…YFmoleculeeFmFcomputσtionσlFstudyUFInternationalfJournalfoffQuantumf
ChemistrySF2018SFXXcSFeY]a[a

2.1 6

109 runctionσlizσtionFofFsingleTwσlledFOnSWPFcσrbonFσndFboronFnitrideFnσnotubesFbyFcσrbonylFderivσtivesF
OnFhF]SFaPeFσFpr–FstudyUFCanadianfJournalfoffChemistrySF2016SFd[SFXW]TXXX 0.9 6

108 oσtσlyticFreductionFofFzY…FoverF”iTembeddedFyo”YFmonolσyereFmFsingleTσtomFcσtσlystFσpproσchUF
InorganicfChemistryfCommunicationSF2019SFXWcSFXWb]W[ 3.1 6

107 ”iTcoordinσtedFnitrogenFdopedFgrσpheneeFmFrobustFσndFhighlyFσctiveFcσtσlystFforFz…FRFo…FreσctionUF
AppliedfSurfacefScienceSF2019SF[d[SFa]dTaa] 6.7 6

106 qlectronicFstructureFσndFsurfσceFreσctivityFofFnoZFnσnotubesFfromFfirstTprincipleFcσlculσtionsUF
StructuralfChemistrySF2014SFY]SFXcbTXd] 1.8 6

105 tσlogenTnondFunterσctionsFqnhσncedFbyFohσrgeTmssistedFtydrogenFnondseFmnFmbFunitioF”tudyUF
BulletinfoffthefChemicalfSocietyfoffJapanSF2014SFcbSFccYTccd 5.1 6

104
t“gozFσndFt“gzoFσsFhσlogenFbondFσcceptorsFO“ghwrFσndF·ePeFmFtheoreticσlFstudyFuponFstrengthF
σndFnσtureFofFhσlogenknitrogenFσndFhσlogenkcσrbonFinterσctionsUFComputationalfandfTheoreticalf
ChemistrySF2013SFXWYWSFXTa

2 6

103 ”ensingFσndFcσtσlyticFdecompositionFofFhydrogenFperoxideFbyFsiliconFcσrbideFnσnotubeseFmFpr–F
studyUFInternationalfJournalfoffQuantumfChemistrySF2015SFXX]SF[bXT[ba 2.1 6

102 …nFtheFstrengthFσndFnσtureFofFintermoleculσrF·´•´•´•…FinterσctionsFinForYolnrâ��…ZFcomplexesFO·FhFrSFolSF
nrPeFσnFσbFinitioFinvestigσtionUFCanadianfJournalfoffChemistrySF2014SFdYSFZZTZd 0.9 6

101 qpoxidσtionFofFethyleneFoverFcσrbonFσndFsiliconTdopedFboronFnitrideFsheetseFmFcompσrσtiveFpr–F
studyUFSolidfStatefCommunicationsSF2018SFYc[TYcaSFZ]TZd 1.6 6

100
pefectFengineeringTinducedFporosityFinFgrσpheneFquσntumFdotsFembeddedFmetσlTorgσnicF
frσmeworksFforFenhσncedFbenzeneFσndFtolueneFσdsorptionUFJournalfoffHazardousfMaterialsSF2021SF
[XaSFXY]dbZ

12.8 6
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99 ”ynergicFeffectsFbetweenFboronFσndFnitrogenFσtomsFinFnzTcodopedFoFnzFfullerenesFOFhFXTZPFforF
metσlTfreeFreductionFofFgreenhouseFz…FgσsUUFRSCfAdvancesSF2021SFXXSFYY]dcTYYaXW 3.7 6

98
oooperσtivityFbetweenFtheFhydrogenFbondingFσndFˇ�TholeFinterσctionFinFlineσrFzo·´•´•´•OzotPnhYâ��]F
σndF…Z−´•´•´•OzotPnhYâ��]FcomplexesFO·FhFolSFnrfF−FhFmrSFwrPeFσFcompσrσtiveFstudyUFCanadianfJournalfoff
ChemistrySF2017SFd]SF]ZbT][a

0.9 5

97 mFcompσrσtiveFpr–FstudyFσboutFsurfσceFreσctivityFσndFcσtσlyticFσctivityFofFPdTFσndFziTdopedFnzF
nσnosheetseFz…FreductionFbyFo…FmoleculeUFStructuralfChemistrySF2019SFZWSFXa[bTXa]b 1.8 5

96 o]dzFteterofullereneeFmFPromisingFoσtσlystFforFz…FoonversionFintoFzY…UFChemistrySelectSF2019SF[SF[ZWcT[ZX]1.8 5

95 yetσlTrreeF“eductionFofFz…FoverFσFrullereneTlikeFnoronFzitrideFzσnoclustereFmFyechσnisticF”tudyF
byFpr–FoσlculσtionsUFChemistrySelectSF2018SFZSFXXacTXXb] 1.8 5

94
oσtionicFPkzFinterσctionFinF·tZPORPkzo₃FcomplexesFO·htSFrSFozSFztYSF…tfF₃htSFxiSFrSFolPFσndFitsF
cooperσtivityFwithFhydrogenVlithiumVhσlogenFbondUFJournalfoffMolecularfGraphicsfandfModellingSF
2016SFa[SFXZXTXZc

2.8 5

93
”trengtheningFhσlogenâ�ƒFhσlogenFinterσctionsFbyFhydrogenFσndFlithiumFbondsFinFzoy´•´•´•zo·´•´•´•₃otZF
σndFozy´•´•´•oz·´•´•´•₃otZFOyFhFtSFxiFσndF·S₃FhFolSFnrPFcomplexeseFσFcompσrσtiveFstudyUFMolecularfPhysics
SF2016SFXX[SFZY]TZZY

1.7 5

92
tσlogenFbondFinterσctionsFenhσncedFbyFsodiumFbondsFâ��F–heoreticσlFevidenceFforFcooperσtiveFσndF
substitutionFeffectsFinFzo·´•´•´•zozσ´•´•´•zo₃FcomplexesFO·FhFrSFolSFnrSFufF₃FhFtSFrSF…tPUFCanadianfJournalf
offChemistrySF2014SFdYSFa]ZTa]c

0.9 5

91 ohσrσcterizσtionFofF…â��tk…FinterσctionsFinFlineσrFσndFcyclicFclustersFofFboricFσcideFmnFσbFinitioSFpr–SF
Q–muyFσndFzn…FstudyUFComputationalfandfTheoreticalfChemistrySF2011SFdb[SFaaTb] 2 5

90 untrσTFσndFinterTmoleculσrFinterσctionsFinFsσlicylicFσcidFâ��F–heoreticσlFcσlculσtionsFofFXb…FσndFXtF
chemicσlFshieldingFtensorsFσndFQ–muyFσnσlysisUFCanadianfJournalfoffChemistrySF2011SFcdSFX[XWTX[Xc 0.9 5

89 ”tructuresFσndFbondingFpσtternsFofFnσnoσnnulσrFcσrbonFclustersFOo[â��oYWPFthroughFmuyFσnσlysesUF
StructuralfChemistrySF2009SFYWSFcZdTc[a 1.8 5

88 oσtσlyticFoxidσtionFofFo…FusingFσFsiliconTcoordinσtedFcσrbonFnitrideFfullereneUFMolecularfPhysicsSF
2020SFXXcSFeXbdbdXd 1.7 5

87 yethσneFoxidσtionFintoFmethσnolFcσtσlyzedFbyF–yTσnchoredFoY[zY[FnσnoclustersFO–y´ h´ reSFooFσndF
ziPeFmFpr–FstudyUFInorganicfChemistryfCommunicationSF2020SFXYYSFXWcZXb 3.1 5

86 mmbientFcσrbonFdioxideFcσptureFbyFdifferentFdimensionσlFmlzFnσnostructureseFmFcompσrσtiveFpr–F
studyUFSuperlatticesfandfMicrostructuresSF2016SFdaSFXa[TXbZ 2.8 5

85
oonstructingFσFduσlTmodeFphotochromicFσndFintrinsicσllyFelectrochromicFdeviceFbσsedFonForgσnicF
sσltsFprepσredFbyFσcidTbσseFneutrσlizσtionFofFpyromelliticFdiimidesFbeσringFσFcσrboxylFgroupFwithF
σliphσticFσminesUFJournalfoffPhotochemistryfandfPhotobiologyfA:fChemistrySF2020SFZccSFXXYXaY

4.7 5

84 –heFstrengtheningFeffectFofFσFhσlogenSFchσlcogenForFpnicogenFbondingFonFhσlogenâ��ˇ�FinterσctioneFσF
compσrσtiveFσbFinitioFstudyUFMolecularfPhysicsSF2018SFXXaSF]YaT]Z] 1.7 5

83 mnFeffectiveFσpproσchFforFtuningFcσtσlyticFσctivityFofFozFnσnosheetseFohemicσlTdopingFwithFtheF”iF
σtomUFJournalfoffMolecularfGraphicsfandfModellingSF2019SFdYSFZYWTZYc 2.8 4

82 mFcomputσtionσlFstudyFonFtheFchσrσcteristicsFofFopenTshellFtTbondingFinterσctionFbetweenF
cσrbσmicFσcidFOzto……tPFσndFt…SFt…”ForFt”…FrσdicσlsUFJournalfoffMolecularfModelingSF2019SFY]SFXcd 2 4
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81 oσtσlyticFdecompositionFofFσmmoniσFoverFsiliconTcσrbideFnσnotubeeFσFpr–FstudyUFStructuralf
ChemistrySF2015SFYaSFbddTcWb 1.8 4

80
mFnovelFmulticomponentFreσctionFbetweenFσminoFσcidsSFσromσticFσldehydesFσndF
pTtoluenesulfonylmethylFisocyσnideeFσnFefficientFσndFgreenFoneTpotFsynthesisFusingFnσnosilicσUF
GreenfChemistryfLettersfandfReviewsSF2016SFdSFXZTXd

4.7 4

79 unterσctionFofFferricFionFwithFOWWXPT”FσndFOWWXPTyFsurfσcesFofFchσlcopyriteFOyFhFreFσndFouPeF
qlectrochemicσlFinsightsFfromFpr–FcσlculσtionsUFAppliedfSurfacefScienceSF2019SF[d]SFX[Z]Yd 6.7 4

78 unvestigσtionFintoFtheFnσtureFofFinterσctionsFinFσspirinâ��wσterFclustersFincludingF”mP–SFmuyFσndFzn…F
theoriesUFMolecularfSimulationSF2013SFZdSFaYdTaZd 2 4

77 mFpr–FstudyFonFtheFheσlingFofFzTvσcσncyFdefectsFinFboronFnitrideFnσnosheetsFσndFnσnotubesFbyFσF
methyleneFmoleculeUFInternationalfJournalfoffQuantumfChemistrySF2017SFXXbSFeY][]W 2.1 4

76 mnFσbFinitioFstudyFonFsubstituentFσndFcooperσtiveFeffectsFinFbifurcσtedFfluorineFbondsUFMolecularf
PhysicsSF2017SFXX]SFYbcTYcb 1.7 4

75 mFtheoreticσlFstudyFonFbondingFσndFenergyFσspectsFofFσndF∙xnxZF´•FtY…]ZRFcomplexesFOxnFhFxσSFquSF
sdSFxF´•FufFxFhF˛†TdiketoneSF˛†TdithioketoneSF˛†TdiphosphineFoxidePUFMolecularfPhysicsSF2012SFXXWSFYYZdTYY[d 1.7 4

74 mFtheoreticσlFinvestigσtionFonFgeometryFσndFelectronicFstructureFofFsmσllFrem”nFnσnoclustersF
OXkmSnk[PUFComputationalfandfTheoreticalfChemistrySF2012SFXWWXSFXTa 2 4

73 ohσrσcterizσtionFofFintermoleculσrFinterσctionsFinFcrystσllineFσspirineFmFcomputσtionσlFzQ“FstudyUF
InternationalfJournalfoffQuantumfChemistrySF2012SFXXYSFXZdYTX[WW 2.1 4

72 ohσrσcteristicsFσndFnσtureFofFtheFhσlogenTbondingFinterσctionsFbetweenFoolZrFσndFozoneeFσF
supermoleculσrFσndF”mP–FstudyUFMolecularfPhysicsSF2013SFXXXSFZbbWTZbbc 1.7 4

71 mFquσntumFchemistryFstudyFonFsurfσceFreσctivityFofFpristineFσndFcσrbonTsubstitutedFmlzFnσnotubesUF
PhysicafE:fLowtDimensionalfSystemsfandfNanostructuresSF2013SF]ZSFXaXTXab 3 4

70
pqz”u–₃Fr—zo–u…zmxF–tq…“₃F”–—p₃F…rFnuzpuzsFqzq“suq”SFbxiFz—oxqm“Fymszq–uoF
”tuqxpuzsSFmzpFqxqo–“uoFruqxpFs“mpuqz–F–qz”…“”F…zF–tqF”ymxxFox—”–q“”F…rFxintmFOmFâ�⁄FnF
â�⁄F[PUFJournalfoffTheoreticalfandfComputationalfChemistrySF2007SFWaSFd]dTdbZ

1.8 4

69 ”ymmetricFbifurcσtedFhσlogenFbondseFsubstituentFσndFcooperσtiveFeffectsUFMolecularfPhysicsSF2016SF
XX[SFZaXWTZaXd 1.7 4

68 oσtσlyticFdecompositionFofFhydrσzineFborσneFoverFpristineFσndFmlTembeddedFboronFnitrideF
nσnotubeseFmFpr–FstudyUFInternationalfJournalfoffHydrogenfEnergySF2016SF[XSFYWXbYTYWXc[ 6.7 4

67 z…FreductionFoverFσnFmlTembeddedFyo”FmonolσyereFσFfirstTprinciplesFstudyUUFRSCfAdvancesSF2019SFdSFZcdbZTZcdcX3.7 4

66 mFcσtσlystTfreeFσchievingFofFzTdopedFcσrbonFnσnotubeseF–heFheσlingFofFsingleTvσcσncyFdefectsFbyF
z…FmoleculeUFChemicalfPhysicsfLettersSF2018SFadXSFXbYTXbb 2.5 4

65 ”ingleFmlFσtomFσnchoredFonFdefectiveFyo”YeFmnFefficientFcσtσlyticFsiteFforFreductionFofFgreenhouseF
zY…FgσsFbyFo…ForFoYt[FmoleculesUFAppliedfSurfacefScienceSF2021SF]adSFX]XWWX 6.7 4

64 mnFσbFinitioFstudyFonFpropertiesFofFcσtionicFchσlcogenFbondsFinF·rY₃Rkzo−FO·ktSFozSFrfF₃k”SF”efF−ktSF
olSFnrPFcomplexesUFJournalfoffSulfurfChemistrySF2017SFZcSFcZTdb 2.3 3
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63 qnhσncementFeffectFofFlithiumFbondingFonFtheFstrengthFofFˇ�TholeFinterσctionsFinF…Y”´•´•´•zoxi´•´•´•zo·F
σndF…Y”´•´•´•ozxi´•´•´•oz·FcomplexesFO·FhFtSFrSFozSF…tFσndFotZPUFMolecularfPhysicsSF2015SFXXZSFd]TXWZ 1.7 3

62 –heoreticσlFinsightsFintoFoxygenFreductionFreσctionFcσtσlyzedFbyFphosphorusTdopedFdivσcσncyFozF
nσnosheetUFJournalfoffMolecularfGraphicsfandfModellingSF2020SFXWWSFXWba[b 2.8 3

61 oooperσtiveFeffectsFinFhydrogenFbondFσndFpnicogenFbondeFσFcompσrσtiveFstudyUFCanadianfJournalf
offChemistrySF2014SFdYSFXX]XTXX]a 0.9 3

60 mFpr–FstudyFonFelectronicFstructureFσndFlocσlFreσctivityFdescriptorsFofFpristineFσndF
cσrbonTsubstitutedFmlzFnσnotubesUFCanadianfJournalfoffChemistrySF2013SFdXSFbXXTbXb 0.9 3

59 zitrogenTdopingFimprovesFsurfσceFreσctivityFofFcσrbonFnσnoconeUFSuperlatticesfandfMicrostructuresSF
2013SFaYSFX[WTX[c 2.8 3

58 ohσlcogenâ��ohσlcogenFunterσctionsFinFrurσnT₃t·FσndF–hiopheneT₃t·FoomplexesFO·FhFrSFolSFnrfF₃FhF”SF
”ePeFmnFmbFunitioF”tudyUFBulletinfoffthefChemicalfSocietyfoffJapanSF2015SFccSFXacZTXadY 5.1 3

57 mFtheoreticσlFstudyFonFtTbondingFinterσctionsFinFmσleicFσcideFcσlculσtedFXb…SFXtFzy“FpσrσmetersF
σndFQ–muyFσnσlysisUFMolecularfSimulationSF2012SFZcSFcdaTdW] 2 3

56 “oleFofFspinFstσteFonFtheFgeometryFσndFnucleσrFquσdrupoleFresonσnceFpσrσmetersFinFheminF
complexUFBiophysicalfChemistrySF2008SFXZ[SFYWWTa 3.5 3

55
pr–FstudyFofFferricFionFinterσctionFwithFpσssiveFlσyerFonFchσlcopyriteFsurfσceeFqlementσlFsulfurSF
defectiveFsulfurFσndFreplσcementFofFyYROyhouFσndFrePFionsUFComputationalfCondensedfMatterSF
2021SFYaSFeWW]Za

1.7 3

54 qffectsFofFnFσndFzFdopingVcodopingFonFtheFσdsorptionFbehσviorFofFoaWFfullereneFtowσrdsFσspirineFmF
pr–FinvestigσtionUFJournalfoffMolecularfLiquidsSF2021SFZ[YSFXXb[]d 6 3

53 mFhσrdFsphereFfluidFwithFquσntumFcorrectionFinFnσnosphericσlFporeseFmFpr–FstudyUFJournalfoff
MolecularfLiquidsSF2017SFYZcSFXaWTXad 6 2

52 qxperimentσlFσndFdensityFfunctionσlFtheoryFstudyFonFhumidityFsensingFpropertiesFofFcopperF
phthσlocyσnineFOouPcPUFMaterialsfResearchfExpressSF2019SFaSFXW]dWX 1.7 2

51 –heoreticσlFstudyFofFtheFcomplementσrityFinFhσlogenTbondedFcomplexesFinvolvingFnitrogenFσndF
hσlogenFσsFnegσtiveFsitesUFJournalfoffMolecularfModelingSF2014SFYWSFYXWX 2 2

50 mFtheoreticσlFstudyFonFsurfσceFreσctivityFofFfluorinσtedFOnSWPFσndFOnSnPFcσrbonFnσnotubesFOnFhFZâ��aPUF
CanadianfJournalfoffChemistrySF2014SFdYSFYddTZW[ 0.9 2

49 mFdensityFfunctionσlFstudyFofFsiliconFfullereneFendohedrσlF·l”iYWrYWFσndFexohedrσlF·T”iYWrYWF
O·h…Yâ��SF”Yâ��SF”eYâ��PFcomplexesUFPhysicafE:fLowtDimensionalfSystemsfandfNanostructuresSF2014SF]aSFadTbZ 3 2

48 –heFresponseFofFselectedFisomersFofFncWFbuckybσllFtowσrdFztZFσdsorptioneFσFdensityFfunctionσlF
theoryFinvestigσtionUFStructuralfChemistrySF2013SFY[SFXYbZTXYbd 1.8 2

47 oooperσtiveFσndFsubstitutionFeffectsFinFenhσncingFtheFstrengthFofFfluorineFbondsFbyFσnionâ��ˇ�F
interσctionsUFCanadianfJournalfoffChemistrySF2015SFdZSFXXadTXXb] 0.9 2

46 X]zFotqyuomxF”tur–Fomxo—xm–u…z”FmzpFzm–—“mxFn…zpuzsF…“nu–mxFmzmx₃”q”F…rF
Onqz−myupqPnFhFXFTFaFox—”–q“”UFJournalfoffTheoreticalfandfComputationalfChemistrySF2009SFWcSFdbZTdcY 1.8 2
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45 mlkσliFmetσlFdecorσtedFoFfullerenesFσsFpromisingFmσteriσlsFforFdeliveryFofFtheF]TfluorourσcilF
σnticσncerFdrugeFσFpr–FσpproσchUUFRSCfAdvancesSF2022SFXYSFZd[cTZd]a 3.7 2

44 mtomicFPropertiesFσndFqlectronicF”tructureUFInterfacefSciencefandfTechnologySF2019SFYZTaa 2.3 2

43 sσsFoonvertorFσndF”torσgeUFInterfacefSciencefandfTechnologySF2019SFYbSFZcbT[Zb 2.3 2

42 qxploringF“eσctionFyechσnismsFforFtheF“eductionFofFz…FyoleculesFoverFmlTForF”iTmnchoredF
srσpheneF…xideeFmFyetσlTrreeFmpproσchUFChemistrySelectSF2018SFZSFXYWbYTXYWbd 1.8 2

41 …pticσlFσndFphotocσtσlyticFchσrσcteristicsFofFmlFσndFouFdopedF–i…YeFqxperimentσlFσssessmentsFσndF
pr–FcσlculσtionsUFJournalfoffPhysicsfandfChemistryfoffSolidsSF2021SFXaXSFXXW[W[ 3.9 2

40 oσFcoσtedFn[WFfullereneeFmFpromisingFmσteriσlFforFo…YFstorσgeFσndFsepσrσtionUFChemicalfPhysicsf
LettersSF2021SFbcXSFXZcddX 2.5 2

39 –heoreticσlFstudyFofFformσmideFdecompositionFpσthwσysFoverFOaSWPFsiliconTcσrbideFnσnotubeUF
JournalfoffMolecularfModelingSF2015SFYXSFcd 2 1

38
oσrbonTpopedFOaSWPF”ingleTWσlledFnoronTPhosphideFzσnotubeseFmFpr–FunvestigσtionFofFqlectronicF
”tructureSF”urfσceFqlectrostσticFPotentiσlFσndFQ–muyFmnσlysisUFFullerenesfNanotubesfandfCarbonf
NanostructuresSF2015SFYZSFX[YTX[b

1.8 1

37 qxploringFhydrideTˇ�FinterσctionsFσndFtheirFtuningFbyFˇ�TholeFbondseFσnFσbFinitioFstudyUFMolecularf
PhysicsSF2018SFXXaSFXXcTXYc 1.7 1

36 oooperσtivityFinFbifurcσtedFlithiumTbondedFcomplexeseFmFpr–FstudyUFChemicalfPhysicsfLettersSF2016SF
a]bSFXd]TXdc 2.5 1

35 –owσrdFunderstσndingFtheFroleFofFwσterFmoleculesFinFtheFuptσkeFofFnitrosylFhydrideFbyFsulfuricFσcidF
σerosolseFmFcomputσtionσlFstudyUFComputationalfandfTheoreticalfChemistrySF2013SFXWXbSFbcTc[ 2 1

34 mFpr–F”tudyFofFtydrogenFmdsorptionFonFxnlnXazXaFrullereneTxikeFzσnocσgeFOxneFxσSFsdFσndFxuPUF
FullerenesfNanotubesfandfCarbonfNanostructuresSF2014SFYYSFdYcTdZb 1.8 1

33 mFpr–Fuz q”–usm–u…zF…zFnm”u”F”q–F”u−qFmzpFt₃p“…sqzTn…zpuzsFqrrqo–”F…zFXb…FmzpFYtF
zQ“FPm“myq–q“”UFJournalfoffTheoreticalfandfComputationalfChemistrySF2013SFXYSFXZ]WWYY 1.8 1

32 mFtheoreticσlFstudyFofFrepeσtingFsequenceFinFt“PFuueFσFcombinσtionFofFmoleculσrFdynσmicsF
simulσtionsFσndFOXbP…FquσdrupoleFcouplingFtensorsUFBiophysicalfChemistrySF2008SFXZbSFbaTcW 3.5 1

31 qlectrochemicσlFreductionFofFz…FcσtσlyzedFbyFboronTdopedFoFfullereneeFσFfirstTprinciplesFstudyUUF
RSCfAdvancesSF2022SFXYSFZWWZTZWXY 3.7 1

30 ₃FdecorσtedFσllTboronFnZcFnσnoclusterFforFreversibleFmoleculσrFhydrogenFstorσgeeFmFfirstTprinciplesF
investigσtionUFInternationalfJournalfoffHydrogenfEnergySF2022SF 6.7 1

29 –heFweyF“oleFofF…rbitσlFunterσctionFinFoooperσtivityFbetweenFnkkkzFσndFtydrogenVxithiumFnondingeF
mnFσbFinitioF”tudyUFChemistrySelectSF2017SFYSFdXXZTdXYX 1.8 1

28 mFmechσnisticFfirstTprinciplesFstudyFonFzFreductionFreσctionFcσtσlyzedFbyFziFsupportedFdefectiveF
grσpheneUFJournalfoffMolecularfGraphicsfandfModellingSF2021SFXW]SFXWbcdW 2.8 1
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27 yicrosolvσtionFofFotRFinFheliumeFmnFσbFinitioFstudyUFJournalfoffTheoreticalfandfComputationalf
ChemistrySF2016SFX]SFXa]WWXc 1.8 1

26 –heFinfluenceFofFhσlogenTbondingFcooperσtivityFonFtheFhydrogenFσndFlithiumFbondseFσnFσbFinitioF
studyUFMolecularfPhysicsSF2019SFXXbSFXdWZTXdXX 1.7 1

25 ”ynthesisFσndF”urfσceFyodificσtionUFInterfacefSciencefandfTechnologySF2019SFYbSFabTXWc 2.3 1

24
pr–FstudyFσndFelectrochemicσlFinvestigσtionFofFreZRionFinterσctionFonFchσlcopyriteFOWFWFXPT”FσndFyF
Oy´ h´ ouSFrePFsurfσceseFmFthermodynσmicFinsightsUFMaterialsfSciencefandfEngineeringfB:fSolidtStatef
MaterialsfforfAdvancedfTechnologySF2021SFYbXSFXX]Y[Z

3.1 1

23 oσtσlyticFo…FoxidσtionFreσctionFoverFzTsubstitutedFgrσpheneFnσnoribbonFwithFedgeFdefectsUF
JournalfoffMolecularfGraphicsfandfModellingSF2021SFXWcSFXWcWWa 2.8 1

22 oσFfunctionσlizedFzTdopedFporphyrinTlikeFporousFoFσsFσnFefficientFmσteriσlFforFstorσgeFofFmoleculσrF
hydrogenUUFJournalfoffMolecularfModelingSF2021SFYcSFYW 2 1

21 ”iliconTdopedFboronFnitrideFgrσphyneTlikeFsheetFforFcσtσlyticFz…FreductioneFmFpr–FstudyUUFJournalfoff
MolecularfGraphicsfandfModellingSF2022SFXX[SFXWcXca 2.8 1

20 –heFenhσncingFeffectFofFσFcσtionTˇ�FinterσctionFonFtheFcooperσtivityFofFhσlogenFbondseFmF
computσtionσlFstudyUFJournalfoffMolecularfGraphicsfandfModellingSF2017SFbZSFYWWTYWb 2.8 0

19 ”iTdopedFoZzFmonolσyersFσsFefficientFsingleTσtomFcσtσlystsFforFtheFreductionFofFzY…eFσF
computσtionσlFstudyUFMolecularfPhysicsSF2020SFXXcSFeXb]dcZW 1.7 0

18 oσrbonFdioxideFstorσgeFσndFsepσrσtionFusingFσllTboronFnZcFfullereneeFpr–FcσlculσtionsUFChemicalf
PhysicsfLettersSF2022SFbdWSFXZdZaX 2.5 0

17 qfficientFhydrogenFstorσgeFonFmlFdecorσtedFoY[zY[eFσFpr–FstudyUFNewfJournalfoffChemistrySF2021SF
[]SFYXYY]TYXYZ] 3.6 0

16
–heFinfluenceFofFmgRFcσtionFonFelementσlFsulfurFpσssiveFlσyerFσndFσdsorptionFbehσviorFofF
chσlcopyriteFtowσrdFreZRFσndFreYRFionseFunsightsFfromFpr–FcσlculσtionsFσndFmoleculσrFdynσmicsF
simulσtionsUFPhysicafB:fCondensedfMatterSF2022SFaYbSF[XZaXX

2.8 0

15 ”cTfunctionσlizedFporphyrinTlikeFporousFfullereneFforFo…FstorσgeFσndFsepσrσtioneFmFfirstTprinciplesF
evσluσtionUUFJournalfoffMolecularfGraphicsfandfModellingSF2021SFXXXSFXWcXXY 2.8 0

14 pefectFstσbilizedFreFσtomFonFporousFnzFsheetFσsFσFpotentiσlFelectrocσtσlystFforFoxygenFreductionF
reσctioneFmFfirstTprinciplesFinvestigσtionUFAppliedfSurfacefScienceSF2022SF]cWSFX]YYbX 6.7 0

13 “eversibleFo…FstorσgeFσndFefficientFsepσrσtionFusingFoσFdecorσtedFporphyrinTlikeFporousFozF
fullereneeFσFpr–FstudyUUFRSCfAdvancesSF2021SFXXSFZ[[WYTZ[[Wd 3.7 0

12 mFmechσnisticFpr–FstudyFofFselectiveFethyleneFoxidσtionFtoFethyleneFoxideFcσtσlyzedFbyFPdTdopedF
oZzFmonolσyerUFSurfacefScienceSF2021SFXYXdcX 1.8 0

11 mFpr–FinvestigσtionFintoFtheFeffectsFofFmsTdopingFonFtheFelectronicFstructureFσndFelectrochemicσlF
σctivityFofFpyriteFOre”PUFJournalfoffMolecularfGraphicsfandfModellingSF2022SFXXWSFXWcW[W 2.8 0

10 oσtσlyticFroleFofFnFσtomsFinFo…FoxidσtionFonFnTdopedFgrσpheneUFChemicalfPhysicsfLettersSF2021SFbbaSFXZcbX[2.5 0
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9
qpoxidσtionFofFethyleneFoverFσnFmgFσtomFembeddedFnTvσcσncyFdefectiveFboronTnitrideFnσnosheetF
viσFσFtrimoleculσrFxσngmuirâ��tinshelwoodFmechσnismeFmFpr–FinvestigσtionUFMolecularfCatalysisSF
2021SF]X[SFXXXc[Z

3.3 0

8 mlTdecorσtedFoY[zY[FfullereneeFmFrobustFsingleTσtomFcσtσlystFforFo…FoxidσtionUFPolyhedronSF2021SFXX][db2.7 0

7
₃TshσpeFstructuredFσzoFdyesFwithFselfTtrσnsformingFfeσtureFtoFzwitterionicFformFσsFsensitizerFforF
p””oFσndFpr–FinvestigσtionFofFtheirFphotophysicσlFσndFchσrgeFtrσnsferFpropertiesUFSpectrochimicaf
ActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopySF2021SFYaXSFXYWWaY

4.4 0

6 oσtσlyticFroleFofFgrσphiticFnitrogenFσtomsFinFtheFo…FoxidσtionFreσctionFoverFzTcontσiningFgrσpheneeF
σFfirstTprinciplesFmechσnisticFevσluσtionUFNewfJournalfoffChemistrySF2021SF[]SFXZcYYTXZcZY 3.6 0

5 oooperσtiveFinterσctionFbetweenFhydrogenFbondFσndFz´•´•´•₃FinterσctionsFO₃FhFtSFxiSFrSFolSFσndFnrPeFσF
compσrσtiveFstudyUFCanadianfJournalfoffChemistrySF2015SFdZSFaYaTaZX 0.9

4 mFoomputσtionσlF”tudyFofFXFeFXFσndFXFeFYFoomplexesFofFzσphthσleneFwithFpimethylFqtherUFZeitschriftf
FurfPhysikalischefChemieSF2014SFYYcSFXX]TXY] 3.1

3 ”ymmetryTσdσptedFperturbσtionFtheoryFstudyFforFsomeFmσgnesiumFcomplexesUFCanadianfJournalfoff
ChemistrySF2012SFdWSFcXdTcYb 0.9

2 unsightFintoFtheFintermoleculσrFinterσctionsFinFtheFzrZâ��t”…FsystemeFσFcomputσtionσlFstudyUFJournalf
offSulfurfChemistrySF2016SFZbSFab[TacY 2.3

1 z…FσdsorptionFonFzi[yFOyFhFziSFyoSF”cSFσndF₃PFnσnoclusterseFσFpr–FstudyUFJournalfoffNanoparticlef
ResearchSF2022SFY[SFX 2.3
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