
Pratim Kumar Chattaraj

ListgofgPublicationsgbygYearging
DescendinggOrder

Source:ghttps:xxexalyvcomxauthorupdfx51yy91yxpratimukumaruchattarajupublicationsubyuyearvpdf

Version:g2y24uy4u27g

ThisgdocumentghasgbeenggeneratedgbasedgongthegpublicationsgandgcitationsgrecordedgbygexalyvcomvgForg

theglatestgversiongofgthisgpublicationglisttgvisitgtheglinkggivengabovev

ThegthirdgcolumngisgthegimpactgfactorgoIFpgofgthegjournaltgandgthegfourthgcolumngisgthegnumbergofg

citationsgofgthegarticlev

277
papers

10,328
citations

45
h-index

93
g-index

300
ext. papers

11,800
ext. citations

4.1
avg, IF

6.73
L-index



j Paper IF Citations
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CatalystsQD2022QDVWQDWUV 4 1
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structur≤sSSDJournaliofiComputationaliChemistryQD2022QD 3.5 4
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r≤₂ctωvωtyDtσ≤oryDstu−ySSDJournaliofiMoleculariModelingQD2022QDWaQDVWW 2 0
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TheoreticaliChemistryQD2021QDVWU[QDVVXYbV 2 0

270 lomp₂rωsonDk≤tw≤≤nDnl≤ctrω−≤Dlσ₂r₂ct≤rωstωcsDoΔDuωikD₂n−DuωilSDFrontiersiiniChemistryQD2021QDbQD[XaZaV5 6

269 m≤t≤rmωn₂tωonDoΔDst₂₃l≤Dstructur≤DoΔD₂Dclust≤rDusωnηDconvolutωon₂lDn≤ur₂lDn≤tworkD₂n−Dp₂rtωcl≤D
sw₂rmDoptωmωz₂tωonSDTheoreticaliChemistryiAccountsQD2021QDVYUQDV 1.9 7

268 mo≤sDconΔωn≤m≤ntD₂lt≤rDtσ≤Dωonωz₂tωonD≤n≤rηyD₂n−D≤l≤ctronD₂ΔΔωnωtyDoΔD₂tomshSDEuropeaniPhysicali
JournaliDQD2021QD]ZQDV 1.3 2

267 nl≤ctrω−≤Dcσ₂r₂ct≤rωstωcsDoΔDvWM˛•ZRnZNWDMvDfDk≤QDvηdDnDfD}₃ZRNSDStructuraliChemistryQD2021QDXWQDWVU] 1.8 1

266 qWD₂−sorptωonD₃yDno₃l≤Dη₂sDωns≤rtωonDcompoun−scDjDcomput₂tωon₂lDstu−ySDJournaliofitheiIndiani
ChemicaliSocietyQD2021QDbaQDVUUU[U 1

265 uoc₂lD†≤mp≤r₂tur≤D₂sD₂Dlσ≤mωc₂lD{≤₂ctωvωtyDm≤scrωptorSDJournaliofiPhysicaliChemistryiLettersQD2021QD
VWQDZ[WXRZ[XU 6.4 7

264 }u₃stωtu≤ntDnΔΔ≤ctsDonDnl≤ctrω−≤Dlσ₂r₂ct≤rωstωcsDoΔDvηM˛•RlqNcDjD†σ≤or≤tωc₂lD}tu−ySDJournaliofi
PhysicaliChemistryiAQD2021QDVWZQD[WU]R[WWU 2.8 4

263 kωoloηωc₂lDjctωvωtyQDyσysωc₂lDyrop≤rtω≤sQD₂n−D†oxωcωtySDInternationaliJournaliofiQuantitativei
StructurexPropertyiRelationshipsQD2021QD[QDWZRXY 1.2 0

262 lonc≤ptu₂lDmo†D₃₂s≤−D≤l≤ctronωcDstructur≤Dprωncωpl≤sDωnD₂D−yn₂mωc₂lDcont≤xtSDJournaliofitheiIndiani
ChemicaliSocietyQD2021QDbaQDVUUUba 0
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260 l₂nDsup≤r₂lk₂lωsD₂n−Dsup≤rσ₂loη≤nsDωmprov≤Dtσ≤D≤ΔΔωc₂cyDoΔDr≤−oxDr≤₂ctωonshSDChemicaliPhysicsi
LettersQD2021QD][WQDVXaVXV 2.5 2

259 m≤nsωtyDΔunctωon₂lDtσ≤oryDstu−ω≤sDoΔD₃oronDclust≤rsDwωtσD≤xotωcDprop≤rtω≤sDωnD₃on−ωnηQD₂rom₂tωcωtyD
₂n−Dr≤₂ctωvωtySDPhysicaliChemistryiChemicaliPhysicsQD2021QDWXQDWYVVaRWYVWY 3.6 2

258 lonc≤ptu₂lD−≤nsωtyDΔunctωon₂lDtσ≤oryD₂n−D₂rom₂tωcωtyD2021QDWaZRXVb

257 lσ≤mωc₂lDr≤₂ctωvωtyDΔromD₂Dconc≤ptu₂lD−≤nsωtyDΔunctωon₂lDtσ≤oryDp≤rsp≤ctωv≤SDJournaliofitheiIndiani
ChemicaliSocietyQD2021QDbaQDVUUUUa 3
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255 {≤₂ctωvωtyDmyn₂mωcsSDJournaliofiPhysicaliChemistryiAQD2021QDVWZQDWUZVRWU[U 2.8 11

254 koxR}σ₂p≤−DqostscDnv₂lu₂tωonDoΔDtσ≤Drnt≤r₂ctωonDw₂tur≤D₂n−DqostDlσ₂r₂ct≤rωstωcsDoΔDnxkoxD
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2021QDWbXRXXX 2

249 lonΔωn≤m≤ntDrn−uc≤−Dlσ≤mωc₂lDkon−ωnηcDl₂s≤DoΔDwo₃l≤Dp₂s≤sD2021QDWXbRW[V
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244 nΔΔ≤ctDoΔDlonΔωn≤m≤ntDonDp₂sD}tor₂η≤Dyot≤ntω₂lD₂n−Dl₂t₂lytωcDjctωvωtyD2021QDW]XRWbV
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242 rnD}ωlωcoD}tu−ω≤sDonD}≤l≤ct≤−Dw≤utr₂lDvol≤cul≤sQDlp₂Wp≤WQDljlp₂p≤WQD₂n−Dl}ωp₂Wp≤Dlont₂ωnωnηD
yl₂n₂rD†≤tr₂coor−ωn₂t≤Dl₂r₃onSDAtomsQD2021QDbQD[Z 2.1 5

241 lonc≤ptu₂lD−≤nsωtyDΔunctωon₂lDtσ≤oryD₃₂s≤−D≤l≤ctronωcDstructur≤Dprωncωpl≤sSDChemicaliScienceQD2021QD
VWQD[W[YR[W]b 9.4 26

240 lyclo₂−−ωtωonD{≤₂ctωonsD₃≤tw≤≤nDqlDfDlq{DM{DfDqQDlwQDlqND₂n−D₂DlyclωcDyTkDorustr₂t≤−Du≤wωsDy₂ωrcDjD
mo†D}tu−ySDJournaliofiPhysicaliChemistryiAQD2020QDVWYQDYYZZRYY[W 2.8 10

239
uowDxp≤r₂tωnηD’olt₂η≤Dxrη₂nωcDoω≤l−RnΔΔ≤ctD†r₂nsωstorsDwωtσDp≤l₂tωnD₂sD₂Dvoωstur≤Rrn−uc≤−DronωcD
mω≤l≤ctrωcDu₂y≤rcD†σ≤Drssu≤sDoΔDqωησDl₂rrω≤rDvo₃ωlωtySDACSiAppliediMaterialsipamp;iInterfacesQD2020QD
VWQDVb]W]RVb]X[

9.5 12

238 †rω₃ut≤DtoDy₂ulDp≤≤rlωnηsSDJournaliofiPhysicaliChemistryiAQD2020QDVWYQDZU[VRZU[W 2.8

237 rnt≤ηr₂tωnηDΔωr≤ΔlyD₂lηorωtσmDwωtσD−≤nsωtyDΔunctωon₂lDtσ≤oryDΔorDηlo₃₂lDoptωmωz₂tωonDoΔDjlYWâ��D
clust≤rsSDTheoreticaliChemistryiAccountsQD2020QDVXbQDV 1.9 7

236 ol≤xω₃ωlωtyDrn−uc≤−Dnnc₂psul₂tωonDoΔD‘ltr₂Δωn≤Dy₂ll₂−ωumDw₂nop₂rtωcl≤sDωntoDxrη₂nωcDl₂η≤sDΔorD
†sujωR†rostDjllyl₂tωonSDACSiAppliediMaterialsipamp;iInterfacesQD2020QDVWQDaZXbRaZY[ 9.5 9

235 lonc≤ptu₂lD−≤nsωtyDΔunctωon₂lDtσ≤orycDst₂tusQDprosp≤ctsQDωssu≤sSDTheoreticaliChemistryiAccountsQD
2020QDVXbQDV 1.9 113

234 v≤t₂lRxrη₂nωcDor₂m≤worksDoΔDluMrrNDlonstruct≤−DΔromDounctωon₂lωz≤−Duωη₂n−sDΔorDqωησDl₂p₂cωtyDqD
₂n−DlxDp₂sDj−sorptωonD₂n−Dl₂t₂lytωcD}tu−ω≤sSDInorganiciChemistryQD2020QDZbQDVaVURVaWW 5.1 16

233 nnc₂psul₂tωonDoΔDvηDωnsω−≤D₂DlDc₂η≤DΔormsD₂nD≤l≤ctrω−≤SDJournaliofiComputationaliChemistryQD2020QD
YVQDV[YZRV[ZX 3.5 12

232 †woDllos≤lyD{≤l₂t≤−D—nMrrNRvxosDΔorD†σ≤ωrDu₂rη≤DmωΔΔ≤r≤nc≤DωnDlxD‘pt₂k≤Dl₂p₂cωtω≤sD₂n−D}≤l≤ctωv≤D
lxD}orptωonSDInorganiciChemistryQD2020QDZbQD]UZ[R]U[[ 5.1 19

231 zu₂ntωt₂tωv≤Dstructur≤RtoxωcωtyDr≤l₂tωonsσωpcDjnDâ��ωnDsωlωcoDstu−yâ��DusωnηD≤l≤ctropσωlωcωtyD₂n−D
σy−ropσo₃ωcωtyD₂sD−≤scrωptorsSDInternationaliJournaliofiQuantumiChemistryQD2020QDVWUQD≤W[Ub] 2.1 7

230 oωllωnηDtσ≤Dvoω−cDcontroll≤−D−onorR₂cc≤ptorDωnt≤r₂ctωonDΔ₂cωlωt₂t≤sDtσ≤DΔorm₂tωonDoΔD₂nDvRvDsωnηl≤D
₃on−DωnDtσ≤Dz≤roDoxω−₂tωonDst₂t≤DoΔDvDMvDfD—nQDl−QDqηNSDDaltoniTransactionsQD2020QDYbQDVUZ[RVU[Y 4.3 13

229 uωη₂n−Dst₂₃ωlωz≤−Dtr₂nsω≤ntDâ��vwlâ��D₂n−DωtsDωnΔlu≤nc≤DonDvwlDRgDvlwDωsom≤rωz₂tωonDproc≤sscD₂D
comput₂tωon₂lDstu−yDMvDfDluQDjηQD₂n−DjuNSDTheoreticaliChemistryiAccountsQD2020QDVXbQDV 1.9 1

228 †ow₂r−sDun−≤rst₂n−ωnηDm≤t₂lD₂rom₂tωcωtyDωnD−ωΔΔ≤r≤ntDspωnDst₂t≤scDjD−≤nsωtyDΔunctωon₂lDtσ≤oryD₂n−D
ωnΔorm₂tωonRtσ≤or≤tωcD₂ppro₂cσD₂n₂lysωsSDChemicaliPhysicsiLettersQD2020QD][VQDVXaU[Z 2.5 6

227 nl≤ctrω−≤Dlσ₂r₂ct≤rωstωcsDoΔD}om≤Dkωnucl≤₂rD}₂n−wωcσDlompl≤x≤sDoΔDjlk₂lωn≤Dn₂rtσDv≤t₂lsQDvM˛•RuND
MvDfDk≤QDvηdDuDfDlqQDwQDyQDjsNSDJournaliofiPhysicaliChemistryiAQD2020QDVWYQDbaUVRbaVU 2.8 9

226 l₂nD₂D−≤cr≤₂s≤DωnD₂ntωR₂rom₂tωcωtyDωncr≤₂s≤Dtσ≤D−ωσy−roη≤nD₂ctωv₂tωonD₂₃ωlωtyDoΔD₂DΔrustr₂t≤−D
pσospσorousT₃or₂n≤Du≤wωsDp₂ωrhcD₂Dmo†Dstu−ySDTheoreticaliChemistryiAccountsQD2020QDVXbQDV 1.9 5

225 lσ₂nη≤sDωnD}tructur≤D₂n−D{≤₂ctωvωtyDoΔDwηDnnc₂psul₂t≤−DωnDoull≤r≤n≤scDjDm≤nsωtyDounctωon₂lD†σ≤oryD
}tu−ySDFrontiersiiniChemistryQD2020QDaQDZ[[ 5 3
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224 wo₃l≤Dp₂sDkωn−ωnηDj₃ωlωtyDoΔD₂nDjuMrNDl₂tωonD}t₂₃ωlωz≤−D₃yD₂Dorustr₂t≤−Du≤wωsDy₂ωrcDjDmo†D}tu−ySD
FrontiersiiniChemistryQD2020QDaQD[V[ 5 0

223 rntrωηuωnηDstructur₂lQD₃on−ωnηD₂n−Dr≤₂ctωvωtyDΔ≤₂tur≤sDωnDsom≤D₃≤ryllωumDcont₂ωnωnηDcompl≤x≤sSD
PhysicaliChemistryiChemicaliPhysicsQD2020QDWWQDW]Y][RW]YbZ 3.6 2

222 o₂stDâ��n}Rllωckâ��D{≤₂ctωonDrnvolvωnηDourΔurylD₂n−D†rω₂zolωn≤−ωon≤Dounctωon₂lωtω≤sDtow₂r−Dm≤sωηnωnηD₂D
q≤₂l₂₃l≤Dyolym≤tσ₂cryl₂t≤SDMacromoleculesQD2020QDZXQDaXVXRaXWX 5.5 5

221 nΔΔ≤ctDoΔDsu₃stωtutωonDonDtσ≤D₃on−ωnηDωnDq≤D−ωm≤rDconΔωn≤−DwωtσωnD−o−≤c₂σ≤−r₂n≤cDjDcomput₂tωon₂lD
stu−ySDJournaliofiComputationaliChemistryQD2020QDYVQDWXbaRWYUZ 3.5 4

220 jDconc≤ptu₂lDmo†D₂n₂lysωsDoΔDtσ≤Dpl₂usω₃l≤Dm≤cσ₂nωsmDoΔDsom≤Dp≤rωcyclωcDr≤₂ctωonsSDStructurali
ChemistryQD2020QDXVQDV]YZRV]Z[ 1.8 3

219 zu₂ntωt₂tωv≤D}tructur≤R†oxωcωtyD{≤l₂tωonsσωpDvo−≤lsDk₂s≤−DonDqy−ropσo₃ωcωtyD₂n−Dnl≤ctropσωlωcωtySD
MethodsiiniPharmacologyiandiToxicologyQD2020QD[[VR[]b 1.1 3

218
jDtσ≤or≤tωc₂lDωnv≤stωη₂tωonDonD₃oronRlωη₂n−Dcoop≤r₂tωonDtoD₂ctωv₂t≤Dmol≤cul₂rDσy−roη≤nD₃yD₂D
Δrustr₂t≤−Du≤wωsDp₂ωrD₂n−Dsu₃s≤qu≤ntDr≤−uctωonDoΔDc₂r₃onD−ωoxω−≤SDPhysicaliChemistryiChemicali
PhysicsQD2019QDWVQDWVW[]RWVW]]

3.6 18

217 wo₃l≤Rwo₃l≤D}tronηD‘nωoncDpol−D₂tDrtsDk≤stDtoDv₂k≤D₂Dkon−DwωtσD₂Dwo₃l≤Dp₂sDjtomSDChemistryOpenQD
2019QDaQDV]XRVa] 2.3 30

216 vωcrosolv₂tωonDoΔDlωtσωumâ��pσospσorusD−ou₃l≤Dσ≤lωxcD₂Dmo†Dstu−ySDTheoreticaliChemistryiAccountsQD
2019QDVXaQDV 1.9 1

215 kon−ωnηQD{≤₂ctωvωtyQD₂n−Dmyn₂mωcsDωnDlonΔωn≤−D}yst≤msSDJournaliofiPhysicaliChemistryiAQD2019QDVWXQDYZVXRYZXV2.8 34

214 ‘npr≤c≤−≤nt≤−Dkon−ωnηD}ωtu₂tωonDωnD’ω₂₃l≤DnWMwqkv≤NWDMnfk≤QDvηdDwqkv≤fMqlwv≤NWkND
lompl≤x≤scDw≤utr₂lDnWDoormsD₂D}ωnηl≤Dnâ��nDlov₂l≤ntDkon−SDAngewandteiChemieQD2019QDVXVQDaY[U 3.6

213 ‘npr≤c≤−≤nt≤−Dkon−ωnηD}ωtu₂tωonDωnD’ω₂₃l≤DnDMwqkDNDMnfk≤QDvηdDwqkDfMqlwDNDkNDlompl≤x≤scD
w≤utr₂lDnDoormsD₂D}ωnηl≤DnRnDlov₂l≤ntDkon−SDAngewandteiChemieixiInternationaliEditionQD2019QDZaQDaX]WRaX]]16.4 40

212 jnDrntr₂mol≤cul₂rDlσ₂rη≤D†r₂nsΔ≤rDrn−uc≤−Doluor≤sc≤ntDlσ≤mos≤nsorDΔorD}≤l≤ctωv≤Dm≤t≤ctωonDoΔD
v≤rcuryDMrrND₂n−DωtsD}≤lΔR†urnRxnDrnsω−≤Duωv≤Dl≤llsD₂tDyσysωoloηωc₂lDpqSDChemistrySelectQD2019QDYQDYaVURYaVb1.8 8

211 qowDo₂rDl₂nDxn≤DyusσDtσ≤Dwo₃l≤Dp₂s≤sD†ow₂r−sDkon−ωnηhcDjDy≤rson₂lDjccountSDMoleculesQD2019QD
WYQD 4.8 18

210
jDn≤wDσ≤₂l₂₃l≤Dpolym≤rDm₂t≤rω₂lD₃₂s≤−DonDultr₂Δ₂stDmω≤lsâ��jl−≤rDâ��clωckâ��Dcσ≤mωstryDusωnηD
trω₂zolωn≤−ωon≤D₂n−DΔluor≤sc≤ntD₂ntσr₂cylD−≤rωv₂tωv≤scD₂Dm≤cσ₂nωstωcD₂ppro₂cσSDPolymeriChemistryQD
2019QDVUQDZU]URZU]b

4.9 7

209 vo−ωΔω≤−Dy₂rtωcl≤D}w₂rmDxptωmωz₂tωonDjlηorωtσmsDΔorDtσ≤Dp≤n≤r₂tωonDoΔD}t₂₃l≤D}tructur≤sDoΔD
l₂r₃onDllust≤rsQDlDMDfDXR[QDVUNSDFrontiersiiniChemistryQD2019QD]QDYaZ 5 21

208
rsDrtDyossω₃l≤D†oDm≤t≤rmωn≤Dxxω−₂tωonD}t₂t≤sDΔorDjtomsDωnDvol≤cul≤sD‘sωnηDm≤nsωtyRk₂s≤−D
zu₂ntωtω≤shDjnDrnΔorm₂tωonR†σ≤or≤tωcDjppro₂cσD₂n−Dlonc≤ptu₂lDm≤nsωtyDounctωon₂lD†σ≤oryD}tu−ySD
JournaliofiPhysicaliChemistryiAQD2019QDVWXQD[]ZVR[][U

2.8 18

207 jDlompl≤xDlont₂ωnωnηDoourDv₂ηn≤sωumDjtomsD₂n−D†woDvηâ��vηDkon−sDk≤σ₂vωnηD₂sD₂nDnl≤ctrω−≤SD
EuropeaniJournaliofiInorganiciChemistryQD2019QDWUVbQDYVUZRYVVV 2.3 11
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206 jnDrnD}ωlωcoDz}j{Dvo−≤lD}tu−yD‘sωnηDnl≤ctropσωlωcωtyD₂sD₂Dyossω₃l≤Dm≤scrωptorDjη₂ωnstD†SDkruc≤ωSD
InternationaliJournaliofiChemoinformaticsiandiChemicaliEngineeringQD2019QDaQDZ]R[a 0.3 0

205 jDcomp₂r₂tωv≤Dstu−yDtoDpr≤−ωctDr≤ηωos≤l≤ctωvωtyQD≤l≤ctropσωlωcωtyD₂n−Dnucl≤opσωlωcωtyDwωtσDoukuωD
ΔunctωonD₂n−DqωrsσΔ≤l−Dcσ₂rη≤SDTheoreticaliChemistryiAccountsQD2019QDVXaQDV 1.9 50

204 monorRjcc≤ptorDvsDnl≤ctronR}σ₂r≤−Dkon−ωnηcD†rω₂tomωcD}ωlDMDâ�⁄DXNDllust≤rsD}t₂₃ωlωz≤−D₃yDlyclωcD
jlkylM₂mωnoNDl₂r₃≤n≤SDJournaliofiPhysicaliChemistryiAQD2019QDVWXQDVU][YRVU]]V 2.8 3

203 qy−ropσo₃ωcωtyDv≤rsusD≤l≤ctropσωlωcωtycDjDn≤wDprotocolDtow₂r−Dqu₂ntωt₂tωv≤Dstructur≤RtoxωcωtyD
r≤l₂tωonsσωpSDChemicaliBiologyiandiDrugiDesignQD2019QDbXQDVUaXRVUbZ 2.9 10

202 jDcomput₂tωon₂lDstu−yDonDσy−roη≤n₂tωonDoΔDlxWQDc₂t₂lyz≤−D₃yD₂D₃rω−η≤−DkTwDΔrustr₂t≤−Du≤wωsDp₂ωrSD
StructuraliChemistryQD2019QDXUQDVU[]RVU]] 1.8 12

201 oωx₂tωonDoΔDnωtrousDoxω−≤DMwWxND₃yDVQDYQDWQDZR−ω₂z₂−ω₃orωnωn≤cDjDmo†Dstu−ySDInternationaliJournaliofi
QuantumiChemistryQD2018QDVVaQD≤WZZbX 2.1 10

200 mω₂ηr₂msDΔorDcompr≤σ≤nsωv≤Dmol≤cul₂rDor₃ωt₂lR₃₂s≤−Dcσ≤mωc₂lDr≤₂ctωonD₂n₂lys≤scDr≤₂ctωv≤Dor₃ωt₂lD
≤n≤rηyD−ω₂ηr₂msSDPhysicaliChemistryiChemicaliPhysicsQD2018QDWUQDVYWVVRVYWWW 3.6 3

199 yl₂n₂rDp≤nt₂coor−ωn₂t≤Dc₂r₃onDωnDlp₂D−≤rωv₂tωv≤sSDPhysicaliChemistryiChemicaliPhysicsQD2018QDWUQDVWXZURVWXZZ3.6 27

198 †unn≤lωnηD₂n−Dqu₂ntumDloc₂lωz₂tωonDωnDcσ₂osR−rωv≤nDsymm≤trωcDtrωpl≤Dw≤llDpot≤ntω₂lcDjnD₂ppro₂cσD
usωnηDqu₂ntumDtσ≤oryDoΔDmotωonSDInternationaliJournaliofiQuantumiChemistryQD2018QDVVaQD≤WZZXV 2.1 1

197 jDM†â��yNDpσ₂s≤D−ω₂ηr₂mDΔorDtσ≤D₂−sorptωonT−≤sorptωonDoΔDc₂r₃onD−ωoxω−≤D₂n−Dσy−roη≤nDωnD₂D
luMrrNRvxoSDPolyhedronQD2018QDVZXQDWZYRW[U 2.7 4

196 nxoσ≤−r₂lDcompl≤x₂tωonDoΔDkXbRDwωtσDnlpOPDσ₂lΔRs₂n−wωcσDcompl≤x≤sDMnD}ωQDp≤QD}nQDy₃NcDjDmo†Dstu−ySD
ComputationaliandiTheoreticaliChemistryQD2018QDVVYUQDYbRZZ 2 1

195 wo₃l≤Dp₂sDrns≤rt≤−Dv≤t₂lDjc≤tylω−≤sDMv≤t₂lDfDluQDjηQDjuNSDJournaliofiPhysicaliChemistryiAQD2018QDVWWQD]XbVR]YUV2.8 20

194 lonΔωn≤m≤ntDωn−uc≤−Dc₂t₂lytωcD₂ctωvωtyDωnD₂Dmω≤lsRjl−≤rDr≤₂ctωoncDcomp₂rωsonD₂monηDv₂rωousDlk[n]QD
nDfD[RaQDc₂vωt₂n−sSDJournaliofiMoleculariModelingQD2018QDWYQDWWa 2 5

193 ly₂nω−≤Rωsocy₂nω−≤Dωsom≤rωz₂tωoncDst₂₃ωlωtyD₂n−D₃on−ωnηDωnDno₃l≤Dη₂sDωns≤rt≤−Dm≤t₂lDcy₂nω−≤sDMm≤t₂lD
fDluQDjηQDjuNSDPhysicaliChemistryiChemicaliPhysicsQD2018QDWUQDVaYbVRVaZUW 3.6 26

192 {≤₂ctωonsDωnvolvωnηDsom≤Dη₂sDmol≤cul≤sDtσrouησDs≤qu≤str₂tωonDonDjlDk≤Dclust≤rcDjnD≤l≤ctronD
−≤nsωtyD₃₂s≤−Dstu−ySDJournaliofiComputationaliChemistryQD2018QDXbQDZXZRZYZ 3.5 3

191 qostRηu≤stDωnt≤r₂ctωonsD₃≤tw≤≤nDoct₂D₂cω−D₂n−Dc₂tωonsTnucl≤o₃₂s≤sSDJournaliofiComputationali
ChemistryQD2018QDXbQDV[VRV]Z 3.5 10

190
}t₂₃l≤Dwlwηw}ωDMwηftrQD”≤QD{nNDlompoun−sDwωtσDlov₂l≤ntlyDkoun−DlRwηRwD‘nωtcDyossω₃l≤D
rsom≤rωz₂tωonDoΔDwlw}ωDtσrouησDtσ≤D{≤l≤₂s≤DoΔDtσ≤Dwo₃l≤Dp₂sDjtomSDChemistryixiAiEuropeaniJournalQD
2018QDWYQDWa]bRWaa]

4.8 18

189 koronDw₂nowσ≤≤lsDwωtσDjxl≤sDlont₂ωnωnηDwo₃l≤Dp₂sDjtomscD’ω₂₃l≤Dwo₃l≤Dp₂sDkoun−Dv´'kDllust≤rsD
Mvfw₃QD†₂NSDChemistryixiAiEuropeaniJournalQD2018QDWYQDXZbURXZba 4.8 14
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188 wo₃l≤Dη₂sD≤nc₂psul₂t≤−DkDc₂η≤SDPhysicaliChemistryiChemicaliPhysicsQD2018QDWUQDVbZXRVb[X 3.6 29

187 jDpossω₃l≤Dr≤₂sonD₃≤σωn−Dtσ≤Dωnωtω₂lDΔorm₂tωonDoΔDp≤nt₂ηon₂lD−o−≤c₂σ≤−ronDc₂vωtω≤sDωnDsrRm≤tσ₂n≤D
σy−r₂t≤Dnucl≤₂tωoncDjDmo†Dstu−ySDChemicaliPhysicsiLettersQD2018QD[bVQDYVZRYWU 2.5 1

186 lonΔωn≤m≤ntDωn−uc≤−Dtσ≤rmo−yn₂mωcD₂n−Dkωn≤tωcDΔ₂cωlωt₂tωonDoΔDsom≤Dmω≤lsRjl−≤rDr≤₂ctωonsDωnsω−≤D₂D
lk[]]Dc₂vωt₂n−SDJournaliofiComputationaliChemistryQD2018QDXbQDVZVRV[U 3.5 24

185 qwηk≤oXDMwηDfDjrR{nNcD}up≤rσ₂loη≤nRsupport≤−Dno₃l≤Dη₂sDωns≤rtωonDcompoun−sSDInternationali
JournaliofiQuantumiChemistryQD2018QDVVaQD≤WZYbb 2.1 11

184 qy−roη≤nD}tor₂η≤DωnDjllRv≤t₂lD₂n−Dwonm≤t₂lDjrom₂tωcDllust≤rsD2018QDXWbRX[W

183 j−sorptωonDoΔDvol≤cul₂rDqy−roη≤nDonDuωtσωumâ��yσospσorusDmou₃l≤Rq≤lωc≤sSDJournaliofiPhysicali
ChemistryiCQD2018QDVWWQDW]bYVRW]bY[ 3.8 7

182 jctωv₂tωonDoΔD}m₂llDvol≤cul≤sDMqQDlxQDwxQDlqQD₂n−DlqND₃yD₂Dyorpσyrωnoω−Rk₂s≤−Dmωm₂ηn≤sωumMrND
lompl≤xQD₂nDnl≤ctrω−≤SDACSiOmegaQD2018QDXQDV]VbbRV]WVV 3.9 9

181 }t₂₃ωlωz₂tωonDoΔDkoronRkoronD†rωpl≤Dkon−sD₃yDv≤soωonωcDl₂r₃≤n≤sSDACSiOmegaQD2018QDXQDVX]WURVX]XU 3.9 13

180
jn₂lyzωnηDtorquos≤l≤ctωvωtyDωnD₂Ds≤rω≤sDoΔDunusu₂lDrωnηRop≤nωnηDr≤₂ctωonsDtσrouησD₃on−Dr≤₂ctωvωtyD
ωn−ωc≤sD₂n−Dtσ≤D₂−₂ptωv≤Dn₂tur₂lD−≤nsωtyDp₂rtωtωonωnηDm≤tσo−SDInternationaliJournaliofiQuantumi
ChemistryQD2018QDVVaQD≤WZ]]a

2.1 4

179 uωη₂n−R}upport≤−DnDllust≤rsDMnf}ωR}nNSDChemistryixiAiEuropeaniJournalQD2017QDWXQD]Y[XR]Y]X 4.8 10

178 wηvlpcDwo₃l≤Dp₂sDkoun−Dq₂lΔR}₂n−wωcσDlompl≤x≤sDMwηDfDq≤R{nQDvDfDk≤Rk₂QD₂n−DlpDfD˛•RlqNSD
JournaliofiPhysicaliChemistryiAQD2017QDVWVQDXZW[RXZXb 2.8 10

177 kωn−ωnηDoΔD}m₂llDp₂sDvol≤cul≤sD₃yDv≤t₂lRkωpyrω−ylDvonoc₂tωonωcDlompl≤x≤sDMv≤t₂lDfDluQDjηQDjuND
₂n−Dyossω₃l≤Dkon−Djctωv₂tωonsD†σ≤r≤ωnSDJournaliofiPhysicaliChemistryiAQD2017QDVWVQDXaUXRXaV] 2.8 14

176
jrom₂tωcωtyD₂n−D₂ntω₂rom₂tωcωtyDoΔDsu₃stωtut≤−DΔulv≤n≤D−≤rωv₂tωv≤scDp≤rsp≤ctωv≤sDΔromDtσ≤D
ωnΔorm₂tωonRtσ≤or≤tωcD₂ppro₂cσDωnD−≤nsωtyDΔunctωon₂lDr≤₂ctωvωtyDtσ≤orySDPhysicaliChemistryiChemicali
PhysicsQD2017QDVbQDVa[XZRVa[YZ

3.6 30

175 mo≤sDlonΔωn≤m≤ntDjlw₂ysDu≤₂−DtoD†σ≤rmo−yn₂mωc₂llyD₂n−TorDtωn≤tωc₂llyDo₂vor₂₃l≤D{≤₂ctωonshDjD
l₂s≤D}tu−yDusωnηDmω≤lsRjl−≤rD{≤₂ctωonsDwωtσωnDnxkoxD₂n−Dlk[]]SDChemPhysChemQD2017QDVaQDWV[WRWV]U 3.2 20

174 vo−≤lωnηDoΔDVRmDw₂nowωr≤sD₂n−D₂n₂lyzωnηDtσ≤ωrDqy−roη≤nD₂n−Dwo₃l≤Dp₂sDkωn−ωnηDj₃ωlωtySDJournaliofi
ChemicaliSciencesQD2017QDVWbQDaYbRaZa 1.8 7

173 jD}pωnnωnηD‘m₃r≤ll₂cDl₂r₃onDvonoxω−≤D₂n−Dmωnωtroη≤nDkoun−DvkDllust≤rsDMvDfDloQD{σQDrrNSDJournali
ofiPhysicaliChemistryiAQD2017QDVWVQDWb]VRWb]b 2.8 24

172 †σ≤Dstronη≤stDlxD₃ωn−ωnηD₂n−Dtσ≤Dσωησ≤stDlRxDstr≤tcσωnηDΔr≤qu≤ncySDPhysicaliChemistryiChemicali
PhysicsQD2017QDVbQDWWa[RWWbX 3.6 14

171 nΔΔ≤ctDoΔDΔunctωon₂lωz₂tωonDoΔD₃oronDnωtrω−≤DΔl₂k≤sD₃yDm₂ωnDηroupDm≤t₂lDclust≤rsDonDtσ≤ωrD
opto≤l≤ctronωcDprop≤rtω≤sSDJournaliofiPhysicsiCondensediMatterQD2017QDWbQDYWZWUV 1.8 2
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170 vwηllqDMvDfDluQDjηQDjudDwηDfD”≤QD{nNcD†σ≤DoωrstD}≤tDoΔDlompoun−sDwωtσDvRwηRlDkon−ωnηDvotωΔSD
JournaliofiPhysicaliChemistryiAQD2017QDVWVQD[YbVR[Ybb 2.8 22

169 lσ₂nη≤DωnDopto≤l≤ctronωcDprop≤rtω≤sDoΔDnxkoxDonDΔunctωon₂lωz₂tωonD₂n−Dηu≤stD≤nc₂psul₂tωonSD
PhysicaliChemistryiChemicaliPhysicsQD2017QDVbQDWXX]XRWXXaZ 3.6 9

168 nn−oσ≤−r₂lDη₂sD₂−sorptωonD₃yDcucur₃ωt[]]urωlcD₂Dtσ≤or≤tωc₂lDstu−ySDPhysicaliChemistryiChemicali
PhysicsQD2017QDVbQDWYYYaRWYYZW 3.6 13

167 mo≤sDlonΔωn≤m≤ntDjlw₂ysDu≤₂−DtoD†σ≤rmo−yn₂mωc₂llyD₂n−TorDtωn≤tωc₂llyDo₂vor₂₃l≤D{≤₂ctωonshDjD
l₂s≤D}tu−yDusωnηDmω≤lsâ��jl−≤rD{≤₂ctωonsDwωtσωnDnxkoxPYD₂n−Dlk[]]SDChemPhysChemQD2017QDVaQDWVX[RWVX[ 3.2

166 oωnωt≤Dt≤mp≤r₂tur≤Dηr₂n−Dc₂nonωc₂lD≤ns≤m₃l≤Dstu−yDoΔDtσ≤DmωnωmumD≤l≤ctropσωlωcωtyDprωncωpl≤SD
JournaliofiChemicaliPhysicsQD2017QDVY]QDVWYVUX 3.9 23

165 jDluMωωNRvxoDc₂p₂₃l≤DoΔDΔωxωnηDlxDΔromD₂ωrD₂n−DsσowωnηDσωησDc₂p₂cωtyDqD₂n−DlxD₂−sorptωonSD
ChemicaliCommunicationsQD2017QDZXQDVXX]VRVXX]Y 5.8 47

164 {ol≤DoΔDuωtσωumDm≤cor₂tωonDonDqy−roη≤nD}tor₂η≤Dyot≤ntω₂lD2017QDZ[QD 2

163 zu₂ntωt₂tωv≤D}tructur≤RjctωvωtyTyrop≤rtyT†oxωcωtyD{≤l₂tωonsσωpsDtσrouησDlonc≤ptu₂lDm≤nsωtyD
ounctωon₂lD†σ≤oryRk₂s≤−D{≤₂ctωvωtyDm≤scrωptorsD2017QDVZV]RVZ]W 3

162 jDcomput₂tωon₂lDstu−yDonDstructur≤QDst₂₃ωlωtyD₂n−D₃on−ωnηDωnDwo₃l≤Dp₂sD₃oun−Dm≤t₂lDwωtr₂t≤sQD
}ulΔ₂t≤sD₂n−Dl₂r₃on₂t≤sDMv≤t₂lDfDluQDjηQDjuNSDJournaliofiChemicaliSciencesQD2016QDVWaQDVZX]RVZYa 1.8 23

161 wo₃l≤Dη₂sD₃oun−D₃≤ryllωumDcσrom₂t≤D₂n−D₃≤ryllωumDσy−roη≤nDpσospσ₂t≤cD₂Dcomp₂rωsonDwωtσDno₃l≤D
η₂sD₃oun−D₃≤ryllωumDoxω−≤SDRSCiAdvancesQD2016QD[QDbW]a[RbW]bY 3.7 15

160 }≤qu≤str₂tωonD₂n−Djctωv₂tωonDoΔD}m₂llDp₂sDvol≤cul≤sDonDkwRol₂k≤sD₂n−Dtσ≤DnΔΔ≤ctDoΔD’₂rωousDv≤t₂lD
xxω−≤Dvol≤cul≤sDtσ≤r≤ωnSDJournaliofiPhysicaliChemistryiCQD2016QDVWUQDW]]aWRW]]bb 3.8 6

159 wo₃l≤Dp₂sDkωn−ωnηDj₃ωlωtyDoΔDv≤t₂lRkωpyrω−ωn≤Dvonoc₂tωonωcDlompl≤x≤sDMv≤t₂lfluQDjηQDjuNcDjD
lomput₂tωon₂lD}tu−ySDChemistrySelectQD2016QDVQDZaYWRZaYb 1.8 16

158 nnc₂psul₂tωonDoΔDsm₂llDη₂sDmol≤cul≤sD₂n−Dr₂r≤Dη₂sD₂tomsDωnsω−≤Dtσ≤Doct₂D₂cω−Dc₂vωt₂n−SDTheoreticali
ChemistryiAccountsQD2016QDVXZQDV 1.9 24

157 xptωc₂lDr≤spons≤D₂n−Dη₂sDs≤qu≤str₂tωonDprop≤rtω≤sDoΔDm≤t₂lDclust≤rDsupport≤−Dηr₂pσ≤n≤D
n₂noΔl₂k≤sSDPhysicaliChemistryiChemicaliPhysicsQD2016QDVaQDVaaVVRW] 3.6 21

156 }≤l≤ctωvωtyDωnDp₂sDj−sorptωonD₃yDvol≤cul₂rDlucur₃ωt[[]urωlSDJournaliofiPhysicaliChemistryiCQD2016QD
VWUQDVXbVVRVXbWV 3.8 35

155 qowDstronηD₂r≤Dtσ≤Dm≤t₂lloc≤n≤Rm≤t₂lloc≤n≤Dωnt≤r₂ctωonshDl₂s≤sDoΔDΔ≤rroc≤n≤QDrutσ≤noc≤n≤QD₂n−D
osmoc≤n≤SDPhysicaliChemistryiChemicaliPhysicsQD2016QDVaQDZZUR[ 3.6 28

154 }tructur≤D₂n−D₃on−ωnηDoΔDrrkVWâ��cDconv≤rtωnηD₂Drωηω−D₃oronDkVWDpl₂t≤l≤tDtoD₂D“₂nk≤lDmotorSDRSCi
AdvancesQD2016QD[QDW]V]]RW]VaW 3.7 56

153 ’ω₂₃ωlωtyDoΔD₂rom₂tωcD₂llRpnωctoη≤nD₂nωonsSDPhysicaliChemistryiChemicaliPhysicsQD2016QDVaQDVV]XaRYZ 3.6 3
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152
ˇ�Rjrom₂tωcDcyclωcDvXMPNDMvDfDluQDjηQDjuNDclust≤rsD₂n−Dtσ≤ωrDcompl≤x₂tωonDwωtσD−ωm≤tσylD
ωmω−₂zolRWRylω−≤n≤QDpyrω−ωn≤QDωsox₂zol≤QDΔur₂nQDno₃l≤Dη₂s≤sD₂n−Dc₂r₃onDmonoxω−≤SDPhysicaliChemistryi
ChemicaliPhysicsQD2016QDVaQDVV[[VR][

3.6 41

151 }t₂tωstωc₂lD}ωηnωΔωc₂nc≤DoΔDtσ≤Dv₂xωmumDq₂r−n≤ssDyrωncωpl≤Djpplω≤−DtoD}om≤D}≤l≤ct≤−Dlσ≤mωc₂lD
{≤₂ctωonsSDMoleculesQD2016QDWVQD 4.8 6

150 jDno₃l≤Dωnt≤r₂ctωoncDjnD₂ss≤ssm≤ntDoΔDno₃l≤Dη₂sD₃ωn−ωnηD₂₃ωlωtyDoΔDm≤t₂lDoxω−≤sDMm≤t₂lDfDluQDjηQDjuNSD
InternationaliJournaliofiQuantumiChemistryQD2016QDVV[QDVUV[RVUWY 2.1 22

149 }tructur≤D₂n−Dst₂₃ωlωtyDoΔDno₃l≤Dη₂sD₃oun−Dn”XPDcompoun−sDMnDfDlQDp≤QD}nQDy₃dD”DfDqQDoQDllQDkrNSD
JournaliofiComputationaliChemistryQD2016QDX]QDWW[RX[ 3.5 25

148 }olutωonDoΔDtσ≤Dâ��ll₂ssωc₂lâ��D}cσrˆ¶−ωnη≤rD≤qu₂tωonDΔorD₂D−rωv≤nDsymm≤trωcDtrωpl≤Dw≤llcDjDcomp₂rωsonD
wωtσDωtsDcl₂ssωc₂lDcount≤rp₂rtSDInternationaliJournaliofiQuantumiChemistryQD2016QDVV[QDVWWYRVWYX 2.1 6

147 yossω₃l≤Ds≤qu≤str₂tωonDoΔDpol₂rDη₂sDmol≤cul≤sD₃yDsup≤rσ₂loη≤nDsupport≤−D₂lumωnumDnωtrω−≤D
n₂noΔl₂k≤sSDJournaliofiMoleculariModelingQD2016QDWWQDW]V 2 3

146 {ωnηDnxp₂nsωonDoΔDmonorRjcc≤ptorDlycloprop₂n≤Dvω₂D}u₃stωtu≤ntDlontroll≤−D}≤l≤ctωv≤DwR†r₂nsΔ≤rDoΔD
xx₂zωrω−ωn≤cD}yntσ≤tωcD₂n−Dv≤cσ₂nωstωcDrnsωησtsSDOrganiciLettersQD2016QDVaQDYbYURYbYX 6.2 67

145 }tructur≤QDst₂₃ωlωtyQD₂n−Dn₂tur≤DoΔD₃on−ωnηDωnDc₂r₃onDmonoxω−≤D₃oun−Dn”XPDcompl≤x≤sDMnDfDηroupD
VYD≤l≤m≤ntdD”DfDqQDoQDllQDkrQDrNSDJournaliofiComputationaliChemistryQD2016QDX]QDWWUWRVV 3.5 13

144 wo₃l≤Dη₂sDsupport≤−DkXPDclust≤rcDΔorm₂tωonDoΔDstronηDcov₂l≤ntDno₃l≤Dη₂sâ��₃oronD₃on−sSDRSCi
AdvancesQD2016QD[QD]a[VVR]a[WU 3.7 26

143 }c₂lωnηDprop≤rtω≤sDoΔDωnΔorm₂tωonRtσ≤or≤tωcDqu₂ntωtω≤sDωnD−≤nsωtyDΔunctωon₂lDr≤₂ctωvωtyDtσ≤orySD
PhysicaliChemistryiChemicaliPhysicsQD2015QDV]QDYb]]Raa 3.6 59

142 rnDqu≤stDoΔD₂Dsup≤rσ₂loη≤nDsupport≤−Dcov₂l≤ntD₃on−DωnvolvωnηD₂Dno₃l≤Dη₂sD₂tomSDJournaliofiPhysicali
ChemistryiAQD2015QDVVbQDXU[YR]Y 2.8 17

141 rnt≤r₂ctωonDoΔDkwRD₂n−DkyR−op≤−Dηr₂pσ≤n≤Dn₂noΔl₂k≤sDwωtσDsom≤Dr≤pr≤s≤nt₂tωv≤Dn≤utr₂lDmol≤cul≤sD
₂n−D₂nωonsSDMoleculariPhysicsQD2015QDVVXQDWbV[RWbWb 1.7

140 {≤₂ctωvωtyD−yn₂mωcsDoΔD₂DconΔωn≤−Dmol≤cul≤DωnDpr≤s≤nc≤DoΔD₂nD≤xt≤rn₂lDm₂ηn≤tωcDΔω≤l−SDInternationali
JournaliofiQuantumiChemistryQD2015QDVVZQDVYYRVZ] 2.1 18

139 nxplorωnηDtσ≤Dn₂tur≤DoΔDsωlωconRno₃l≤Dη₂sD₃on−sDωnDqX}ωwηw}ωD₂n−Dq}ωwηw}ωDcompoun−sDMwηDfD”≤QD
{nNSDInternationaliJournaliofiMoleculariSciencesQD2015QDV[QD[YUWRVa 6.3 29

138 xnDtσ≤Dst₂₃ωlωtyDoΔDno₃l≤Dη₂sD₃oun−DVRtrωsMpyr₂zolylN₃or₂t≤D₃≤ryllωumD₂n−Dm₂ηn≤sωumDcompl≤x≤sSD
NewiJournaliofiChemistryQD2015QDXbQD[]]aR[]a[ 3.6 23

137 jDcoupl≤−Rclust≤rDstu−yDonDtσ≤Dno₃l≤Dη₂sD₃ωn−ωnηD₂₃ωlωtyDoΔDm≤t₂lDcy₂nω−≤sDv≤rsusDm≤t₂lDσ₂lω−≤sD
Mm≤t₂lDfDluQDjηQDjuNSDJournaliofiComputationaliChemistryQD2015QDX[QDWV[aR][ 3.5 34

136 qy−roη≤nDtr₂ppωnηDpot≤ntω₂lDoΔDMqoNmDMmfVâ��aND₂n−DMqWxNnDMnfVâ��VUNDclust≤rsSDComputationaliandi
TheoreticaliChemistryQD2015QDVU]VQDVaRW[ 2 3

135
jn₂lyzωnηDtorquos≤l≤ctωvωtyDωnD≤l≤ctrocyclωcDrωnηDop≤nωnηDr≤₂ctωonsDoΔD
tr₂nsRXQYR−ωm≤tσylcyclo₃ut≤n≤D₂n−DXRΔormylcyclo₃ut≤n≤DtσrouησD≤l≤ctronωcDstructur≤Dprωncωpl≤sSD
PhysicaliChemistryiChemicaliPhysicsQD2015QDV]QDWXVUYRVV
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134 v≤t₂st₂₃l≤D₃≤σ₂vωorDoΔDno₃l≤Dη₂sDωns≤rt≤−DtωnD₂n−Dl≤₂−DΔluorω−≤sSDPhysicaliChemistryiChemicali
PhysicsQD2015QDV]QDb]WRaW 3.6 45

133 myn₂mωc₂lD₃≤σ₂vωorDoΔDkorospσ≤r≤n≤cDjDw₂no₃u₃₃l≤SDScientificiReportsQD2015QDZQDVVWa] 4.9 70

132 o≤rmωD₂cc≤l≤r₂torcDjDn≤wDωnsωησtDΔromDqu₂ntumDtσ≤oryDoΔDmotωonSDInternationaliJournaliofiQuantumi
ChemistryQD2015QDVVZQDV]XXRV]Xa 2.1 3
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†σr≤≤R−ωm≤nsωon₂lDn≤tworksDcont₂ωnωnηDr≤ct₂nηul₂rD}rYD₂n−Dk₂YDunωtscD}yntσ≤sωsQDstructur≤QD
₃on−ωnηQD₂n−Dpot≤ntω₂lD₂pplωc₂tωonDΔorDw≤Dη₂sDs≤p₂r₂tωonSDInternationaliJournaliofiQuantumi
ChemistryQD2015QDVVZQDVZUVRVZVU

2.1 6

130 lomp₂r₂tωv≤D}tu−yDonDtσ≤Dwo₃l≤Rp₂sDkωn−ωnηDj₃ωlωtyDoΔDk≤”Dllust≤rsDM”DfD}xYQDlxXQDxNSDJournaliofi
PhysicaliChemistryiAQD2015QDVVbQD[]Y[RZW 2.8 39

129 xr₃ωt₂lDΔr≤≤Dmo†Dv≤rsusDsωnηl≤D−≤nsωtyD≤qu₂tωoncD₂Dp≤rsp≤ctωv≤DtσrouησDqu₂ntumD−om₂ωnD₃≤σ₂vωorD
oΔD₂Dcl₂ssωc₂llyDcσ₂otωcDsyst≤mSDPhysicaliChemistryiChemicaliPhysicsQD2015QDV]QDXVZV[RWb 3.6 7

128
zu₂ntωt₂tωv≤D}tructur≤RjctωvωtyTyrop≤rtyT†oxωcωtyD{≤l₂tωonsσωpsDtσrouησDlonc≤ptu₂lDm≤nsωtyD
ounctωon₂lD†σ≤oryRk₂s≤−D{≤₂ctωvωtyDm≤scrωptorsSDAdvancesiiniChemicaliandiMaterialsiEngineeringi
BookiSeriesQD2015QDVWXRV]b

0.2

127 lucur₃ωt[[]urωlcDjDyossω₃l≤DqostDΔorDwo₃l≤Dp₂sDjtomsSDJournaliofiPhysicaliChemistryiBQD2015QDVVbQDVUb[WR]Y3.4 41

126 lonΔωn≤m≤ntDωn−uc≤−D₃ωn−ωnηDωnDno₃l≤Dη₂sD₂tomsDwωtσωnD₂DkwR−op≤−Dc₂r₃onDn₂notu₃≤SDChemicali
PhysicsiLettersQD2015QD[WVQDWbRXY 2.5 26

125 ‘nωqu≤D₃on−ωnηDp₂tt≤rnD₂n−Dr≤sultωnηD₃on−Dstr≤tcσDωsom≤rωsmDωnSDInternationaliJournaliofiQuantumi
ChemistryQD2015QDVVZQDYW[RYXX 2.1 8

124 {≤₂ctωvωtyD−yn₂mωcsDoΔDconΔωn≤−D₂tomsDωnDtσ≤Dpr≤s≤nc≤DoΔD₂nD≤xt≤rn₂lDm₂ηn≤tωcDΔω≤l−SDEuropeani
PhysicaliJournaliDQD2014QD[aQDV 1.3 17

123
mo†Dstu−yDonDtσ≤Dηroun−Dst₂t≤D₂n−D≤xcωt≤−Dst₂t≤Dωntr₂mol≤cul₂rDprotonDtr₂nsΔ≤rDoΔDprop₂rηylD₂rmD
cont₂ωnωnηD}cσωΔΔD₃₂s≤sDωnDsolutωonD₂n−Dη₂sDpσ₂s≤sSDComputationaliandiTheoreticaliChemistryQD2014QD
VUWaQDVbRW[

2 16

122 lonΔωn≤m≤ntDoΔDMqoNWDωnDlnDMnDfD[UQD]UQDaUQDbUNDc₂η≤sSDChemicaliPhysicsiLettersQD2014QD[V[R[V]QDYbRZY 2.5 10

121 p₂sDstor₂η≤Dpot≤ntω₂lDoΔDnxkoxâ�·PD₂n−DωtsDuωR−≤cor₂t≤−D−≤rωv₂tωv≤SDPhysicaliChemistryiChemicali
PhysicsQD2014QDV[QDWVb[YR]b 3.6 10

120 wo₃l≤Dη₂sD≤nc₂psul₂tωoncDcl₂tσr₂t≤Dσy−r₂t≤sD₂n−Dtσ≤ωrDqoD−op≤−D₂n₂loηu≤sSDPhysicaliChemistryi
ChemicaliPhysicsQD2014QDV[QDV]bYXRZY 3.6 18

119 v≤t₂lDMcopp≤rNDs≤ηr≤η₂tωonDωnDm₂ηm₂sSDLithosQD2014QDWUaRWUbQDY[WRY]U 2.9 8

118 kVaMWRNcD₂Dqu₂sωRpl₂n₂rD₃owlDm≤m₃≤rDoΔDtσ≤D“₂nk≤lDmotorDΔ₂mωlySDChemicaliCommunicationsQD2014QD
ZUQDaVYURX 5.8 98

117 rnDqu≤stDoΔDstronηDk≤RwηD₃on−sD₂monηDtσ≤Dn≤utr₂lDwηRk≤Dcompl≤x≤sSDJournaliofiPhysicaliChemistryi
AQD2014QDVVaQDYa]RbY 2.8 57
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116 }t₂₃ωlωtyDoΔDno₃l≤Rη₂sR₃oun−D}ωqâ��PDclust≤rsSDChemPhysChemQD2014QDVZQDXZZYR[Y 3.2 29

115 †σ≤Dωnorη₂nωcD₂n₂loηu≤sDoΔDc₂r₃oDR₃≤nz≤n≤SDChemicaliPhysicsiLettersQD2014QD[VUR[VVQDWUbRWVW 2.5 8

114 lonΔωn≤m≤ntDωn−uc≤−D₃ωn−ωnηDoΔDno₃l≤Dη₂sD₂tomsSDJournaliofiChemicaliPhysicsQD2014QDVYUQDV[YXU[ 3.9 48

113 lσ≤mωc₂lDr≤₂ctωvωtyDtσrouησDstructur≤Rst₂₃ωlωtyDl₂n−sc₂p≤SDInternationaliJournaliofiQuantumi
ChemistryQD2014QDVVYQDVYWVRVYWb 2.1 5

112 vov≤m≤ntDoΔDwηWDmol≤cul≤sDconΔωn≤−DωnD₂Dl[UDc₂η≤cDjnD₂₃DωnωtωoDmol≤cul₂rD−yn₂mωcsDstu−ySD
ChemicaliPhysicsiLettersQD2014QD[VUR[VVQDXZVRXZ[ 2.5 31

111 }t₂₃ωlωtyD₂n−Dstructur₂lD−yn₂mωcsDoΔDk≤XWRDclust≤rsSDChemicaliPhysicsiLettersQD2014QDZbXQDVWaRVXV 2.5 10

110 l₂r₃oRc₂η≤scD₂Dcomput₂tωon₂lDstu−ySDJournaliofiOrganiciChemistryQD2014QD]bQDZY[XR]U 4.2 12

109 zu₂ntumD≤quωv₂l≤nc≤DoΔD₂D−rωv≤nDtrωpl≤Rw≤llD’₂nD−≤rDyolDoscωll₂torcDjDz†vDstu−ySDChemicaliPhysicsQD
2014QDYXaQD]RVZ 2.3 6

108 qostRηu≤stDωnt≤r₂ctωonsDωnDnxkoxYPSDChemPhysChemQD2014QDVZQDYVUaRV[ 3.2 15

107 koσmω₂nDtr₂j≤ctoryDΔromDtσ≤DFcl₂ssωc₂lFD}cσrˆ¶−ωnη≤rD≤qu₂tωonSDChaosQD2014QDWYQDUYXVWX 3.3 6

106 j₃DωnωtωoDstu−yDonDtσ≤Dst₂₃ωlωtyDoΔDwηMnNk≤â��wâ��QDwηMnNk≤â��wâ��D₂n−Dwηk≤}ωwâ��Dclust≤rsSDChemPhysChemQD
2014QDVZQDW[VaRWZ 3.2 30

105 pu≤stâ��σostDωnt≤r₂ctωonDωnD₂nD₂z₂DcrownD₂n₂loηSDInternationaliJournaliofiQuantumiChemistryQD2014QD
VVYQD]UaR]Vb 2.1 5

104 jttr₂ctωv≤D”≤â��uωDωnt≤r₂ctωonDωnDuωR−≤cor₂t≤−Dclust≤rsSDComputationaliandiTheoreticaliChemistryQD2013
QDVUWVQD[WR[b 2 24

103 v≤tσ₂n≤Dσy−r₂t≤sD₂n−Dtσ≤ωrDqoD−op≤−D₂n₂loηu≤sSDChemicaliPhysicsiLettersQD2013QDZ]aQDVVURVVY 2.5 5

102 lucur₃ωturωlsD₂sDpromωsωnηDσy−roη≤nDstor₂η≤Dm₂t≤rω₂lscD₂Dc₂s≤Dstu−yDoΔDcucur₃ωt[]]urωlSDNewiJournali
ofiChemistryQD2013QDX]QDWYbW 3.6 29

101 jDon≤RpotDp₂rr₂ttâ��kr₂v≤rm₂nDcyclωz₂tωonD₂n−D}cσollDoxω−₂tωonDrout≤DtoD₂c≤n≤â��σ≤lωc≤n≤Dσy₃rω−sSDRSCi
AdvancesQD2013QDXQDVbaYY 3.7 16

100 loncurr≤ntDlossDoΔD₂rom₂tωcωtyD₂n−Dons≤tDoΔDsup≤r≤xcσ₂nη≤DωnDvηXw₂WDwωtσD₂nDωncr≤₂sωnηDw₂â��vηXD
−ωst₂nc≤SDTheoreticaliChemistryiAccountsQD2013QDVXWQDV 1.9 5

99 {≤−oxD₂n−Du≤wωsD₂cω−R₃₂s≤D₂ctωvωtω≤sDtσrouησD₂nD≤l≤ctron≤η₂tωvωtyRσ₂r−n≤ssDl₂n−sc₂p≤D−ω₂ηr₂mSD
JournaliofiMoleculariModelingQD2013QDVbQDYaZ]R[Y 2 11
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98 lZuω]MPND₂n−DxWuωZMPND₂sDno₃l≤Rη₂sRtr₂ppωnηD₂η≤ntsSDChemistryixiAiEuropeaniJournalQD2013QDVbQDWXWWRb 4.8 43

97 nΔΔ≤ctDoΔDmωcrosolv₂tωonDonDσy−roη≤nDtr₂ppωnηDpot≤ntω₂lDoΔDm≤t₂lDωonsSDChemicaliPhysicsQD2013QDYVZQDWZ[RW[a2.3 2

96 vol≤cul₂rDr≤₂ctωvωtyD−yn₂mωcsDωnD₂DconΔωn≤−D≤nvωronm≤ntSDPhysicaliChemistryiChemicaliPhysicsQD2013QD
VZQDZZaaR[VY 3.6 10

95 kωoloηωc₂lDjctωvωtyD₂n−D†oxωcωtycDjDlonc≤ptu₂lDmo†Djppro₂cσSDStructureiandiBondingQD2013QDVYXRV]b 0.9 19

94 yossω₃ωlωtyDoΔDq₂vωnηDqoRmop≤−Dqy−roη≤nDqy−r₂t≤sSDJournaliofiPhysicaliChemistryiCQD2013QDVV]QDVV[WZRVV[XY3.8 11

93 m≤nsωtyD−yn₂mωcsDωnDsom≤Dqu₂ntumDsyst≤msSDInternationaliJournaliofiQuantumiChemistryQD2013QDVVXQDV]Y]RV]]V2.1 6

92 uoc₂lDσ₂r−n≤ssD≤qu₂lωz₂tωonD₂n−Dtσ≤Dprωncωpl≤DoΔDm₂xωmumDσ₂r−n≤ssSDJournaliofiChemicaliPhysicsQD
2013QDVXaQDWVYVUX 3.9 16

91 xnDtσ≤Dv₂lω−ωtyDoΔDtσ≤Dm₂xωmumDσ₂r−n≤ssDprωncωpl≤D₂n−Dtσ≤DmωnωmumD≤l≤ctropσωlωcωtyDprωncωpl≤D
−urωnηDcσ≤mωc₂lDr≤₂ctωonsSDJournaliofiPhysicaliChemistryiAQD2013QDVV]QDVaYXRZW 2.8 121

90 }tructur≤D₂n−Dst₂₃ωlωtyDoΔDMwpNnlwXk≤XMPNDclust≤rsD₂n−Dcomp₂rωsonDwωtσDMwpNk≤–MUTPNSD
ChemPhysChemQD2013QDVYQDWZVVR] 3.2 33

89 nl≤ctropσωlωcωtyDk≤rn≤lD₂n−DωtsDσω≤r₂rcσyDtσrouησDsoΔtn≤ssDωnDconc≤ptu₂lD−≤nsωtyDΔunctωon₂lDtσ≤orySD
InternationaliJournaliofiQuantumiChemistryQD2013QDVVXQDWV[XRWV]V 2.1 13

88 XmRz}j{Dstu−ω≤sDonDtσ≤Dωnσω₃ωtoryD₂ctωvωtyDoΔDtrωm≤tσoprωmD₂n₂loηu≤sD₂η₂ωnstDnscσ≤rωcσω₂DcolωD
−ωσy−roΔol₂t≤Dr≤−uct₂s≤SDChemicaliBiologyiandiDrugiDesignQD2012QD]bQDbXZRYW 2.9 5

87 jDcomput₂tωon₂lDstu−yDonDtσ≤Dσy−roη≤nD₂−sorptωonDc₂p₂cωtyDoΔDv₂rωousDlωtσωumR−op≤−D₃oronD
σy−rω−≤sSDJournaliofiComputationaliChemistryQD2012QDXXQDYWZRXY 3.5 29

86 }tructur≤Rst₂₃ωlωtyD−ω₂ηr₂msD₂n−Dst₂₃ωlωtyRr≤₂ctωvωtyDl₂n−sc₂p≤scD₂Dconc≤ptu₂lDmo†Dstu−ySDTheoreticali
ChemistryiAccountsQD2012QDVXVQDV 1.9 7

85
q≤t≤rotrωm≤t₂llωcDcompoun−sDcont₂ωnωnηDvoRvRuωD[vDfDtQD{₃D₂n−Dls]Dclust≤rscDsyntσ≤sωsQDstructur≤QD
₃on−ωnηQD₂rom₂tωcωtyD₂n−Dtσ≤or≤tωc₂lDωnv≤stωη₂tωonsDoΔDuωWvWD[vDfDtD₂n−D{₃]D₂n−DlsYDrωnηsSDPhysicali
ChemistryiChemicaliPhysicsQD2012QDVYQDVZZ]bRbW

3.6 11

84 yyrrol≤R₃₂s≤−Dn≤wD−ωpσospσωn≤scDy−D₂n−DwωDcompl≤x≤sD₃≤₂rωnηDtσ≤DywyDpωnc≤rDlωη₂n−SDInorganici
ChemistryQD2012QDZVQDVWZW]RXb 5.1 51

83 jDtuηRoΔRw₂rD₃≤tw≤≤nD≤l≤ctronωcD≤xcωt₂tωonD₂n−DconΔωn≤m≤ntDωnD₂D−yn₂mωc₂lDcont≤xtSDPhysicali
ChemistryiChemicaliPhysicsQD2012QDVYQDV]V[RW] 3.6 31

82 jDM†RyNDpσ₂s≤D−ω₂ηr₂mDoΔDσy−roη≤nDstor₂η≤DonDMwYlXqN[uω[SDJournaliofiPhysicaliChemistryiAQD2012QD
VV[QDXWZbR[[ 2.8 29

81 }om≤Dnov≤lDmol≤cul₂rDΔr₂m≤worksDωnvolvωnηDr≤pr≤s≤nt₂tωv≤D≤l≤m≤ntsSDPhysicaliChemistryiChemicali
PhysicsQD2012QDVYQDVY]aYRaUW 3.6 7
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80 ‘n−≤rst₂n−ωnηDloc₂lD≤l≤ctropσωlωcωtyTnucl≤opσωlωcωtyD₂ctωv₂tωonDtσrouησD₂Dsωnηl≤Dr≤₂ctωvωtyD−ωΔΔ≤r≤nc≤D
ωn−≤xSDOrganiciandiBiomoleculariChemistryQD2012QDVUQDWaZZR[V 3.9 46

79 jnD‘n−≤rst₂n−ωnηDoΔDtσ≤DxrωηωnDoΔDlσ≤mωc₂lD{≤₂ctωvωtyDΔromD₂Dlonc≤ptu₂lDmo†Djppro₂cσD2012QDVZ]RWUV 5

78 †σ≤Dσy−roη≤nDtr₂ppωnηDpot≤ntω₂lDoΔDsom≤DuωR−op≤−Dst₂rRlωk≤Dclust≤rsD₂n−Dsup≤rR₂lk₂lωDsyst≤msSD
PhysicaliChemistryiChemicaliPhysicsQD2012QDVYQDVUXYZRZU 3.6 59

77
†ow₂r−D₂n₂lyzωnηDsom≤Dn≤utr₂lD₂n−Dc₂tωonωcD₃oronâ��lωtσωumDclust≤rsDMkxuωyDxDfDWâ��[dDyDfDVQDWND₂sD
≤ΔΔ≤ctωv≤Dσy−roη≤nDstor₂η≤Dm₂t≤rω₂lscDjDconc≤ptu₂lD−≤nsωtyDΔunctωon₂lDstu−ySDInternationaliJournali
ofiQuantumiChemistryQD2012QDVVWQD[bZR]UW

2.1 18

76 lomm≤ntDonDF{ulωnηDoutD₂nyD≤l≤ctropσωlωcωtyD≤qu₂lωz₂tωonDprωncωpl≤FSDJournaliofiPhysicaliChemistryiAQD
2012QDVV[QD]bURVdD−ωscussωonD]bWRZ 2.8 14

75 †σ≤D“oo−w₂r−RqoΔΔm₂nnDrul≤sDr≤ωnt≤rpr≤t≤−D₃yDconc≤ptu₂lD−≤nsωtyDΔunctωon₂lDtσ≤orySDAccountsiofi
ChemicaliResearchQD2012QDYZQD[aXRbZ 24.3 119

74 oωtn≤ssDl₂n−sc₂p≤sDωnDn₂tur₂lDrocksDsyst≤mD≤volutωoncDjDconc≤ptu₂lDmo†Dtr≤₂tm≤ntGSDJournaliofi
ChemicaliSciencesQD2012QDVWYQDWbRXY 1.8 6

73
y−MrrNâ��wRσ≤t≤rocyclωcDc₂r₃≤n≤Dcompl≤x≤sDoΔD
WQ[R₃ωs{wRm≤tσylRMωmω−₂zolωumT₃≤nzωmω−₂zolωumN}pyr₂zωn≤cσlorω−≤cD}yntσ≤sωsQDstructur≤QDc₂t₂lysωsD
₂n−Dtσ≤or≤tωc₂lDstu−ω≤sSDInorganicaiChimicaiActaQD2012QDXaXQDaXRbU

2.7 19

72 jn₂lysωsDoΔDtσ≤Dstructur≤QD₃on−ωnηQD₂rom₂tωcωtyD₂n−D≤xωst≤nc≤DoΔDpossω₃l≤D₃on−Rstr≤tcσDωsom≤rωsmDωnD
trωηon₂lD₂nωonωcDm≤t₂lDclust≤rsQD”Xâ��M”DfDk≤QvηQl₂ND2012QD 1

71 }tructur≤Rst₂₃ωlωtyD−ω₂ηr₂msD₂n−Dst₂₃ωlωtyRr≤₂ctωvωtyDl₂n−sc₂p≤scD₂Dconc≤ptu₂lDmo†Dstu−ySDHighlightsi
iniTheoreticaliChemistryQD2012QDWXRXU

70 qy−roη≤nDstor₂η≤DωnDcl₂tσr₂t≤Dσy−r₂t≤sSDJournaliofiPhysicaliChemistryiAQD2011QDVVZQDVa]RbX 2.8 99

69 {ol≤DoΔD₂rom₂tωcωtyD₂n−Dcσ₂rη≤DoΔD₂Dsyst≤mDωnDωtsDσy−roη≤nDtr₂ppωnηDpot≤ntω₂lD₂n−Dvωc≤Dv≤rs₂SD
PhysicaliChemistryiChemicaliPhysicsQD2011QDVXQDWU[UWRVY 3.6 20

68
}yntσ≤sωsQDstructur≤D₂n−Dtσ≤or≤tωc₂lDstu−ω≤sDoΔDqηMrrNâ��wqDc₂r₃≤n≤Dcompl≤xDoΔD₂nnul₂t≤−Dlωη₂n−D
pyrω−ωnyl[VQWR₂]{WRpyrω−ylωmω−₂zol}RXRylω−≤n≤Dσ≤x₂Δluropσospσ₂t≤SDInorganicaiChimicaiActaQD2011QD
X]ZQDW]VRW]b

2.7 29

67 ‘p−₂t≤DWDoΔcD≤l≤ctropσωlωcωtyDωn−≤xSDChemicaliReviewsQD2011QDVVVQDy{YXR]Z 68.1 233

66 jn₂lyzωnηDtσ≤D≤ΔΔωcω≤ncyDoΔDvDnDâ��MlWqYNDMvDfD}cQD†ωQDo≤QDwωdDnDfDVQDWNDcompl≤x≤sD₂sD≤ΔΔ≤ctωv≤Dσy−roη≤nD
stor₂η≤Dm₂t≤rω₂lsSDStructuraliChemistryQD2011QDWWQDaWXRaX] 1.8 35

65 yot≤ntω₂lDus≤DoΔDsom≤Dm≤t₂lDclust≤rsD₂sDσy−roη≤nDstor₂η≤Dm₂t≤rω₂lsRR₂Dconc≤ptu₂lDmo†D₂ppro₂cσSD
JournaliofiMoleculariModelingQD2011QDV]QD]]]RaY 2 27

64 w≤tDr≤₂ctωvωtyDωn−≤xDM˛�ˇ�NSDJournaliofiPhysicaliOrganiciChemistryQD2011QDWYQDnT₂RnT₂ 2.1 3

63 jrom₂tωcωtyDωnD₂llRm≤t₂lD₂nnul₂rDsyst≤mscDtσ≤Dcount≤rRωonD≤ΔΔ≤ctSDPhysicaliChemistryiChemicaliPhysics
QD2011QDVXQDVYa[ZR]a 3.6 13
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62 jrom₂tωcωtyD₂n−Dσy−roη≤nDstor₂η≤Dc₂p₂₃ωlωtyDoΔDpl₂n₂rDw[YRD₂n−DwYWRDrωnηsSDChemicaliPhysicsiLetters
QD2011QDZU[QDXVZRXWU 2.5 19

61 }t₂₃ωlωtyD₂n−D₂rom₂tωcωtyDoΔDnqMWNikMVWNwMVWNDMnfVRVWNDclust≤rsSDNanoiReviewsQD2011QDWQD 15

60 }yntσ≤sωsD₂n−Dstructur≤DoΔD₂DXmDporousDn≤tworkDcont₂ωnωnηD₂rom₂tωcDVmDcσ₂ωnsDoΔDuωM[NDrωnηscD
≤xp≤rωm≤nt₂lD₂n−Dcomput₂tωon₂lDstu−ω≤sSDJournaliofiPhysicaliChemistryiAQD2010QDVVYQDVUa]VR] 2.8 14

59
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