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i Paper IF Citations

403 —nrαvσlinωHthσH’ymmσtryHpχχσγtsHonHthσH’σγonπUzrπσrHyonlinσαrHzptiγαlH†σsponsσsHoχHxolσγulαrH
’witγhσseH–hσHnαsσHoχH†uthσniumHnomplσxσsVVHInorganiceChemistryTH2022TH 5.1 1

402 —nvσilinωHthσHrσlαtionshipHβσtwσσnHstruγturαlHαnπHpolαrizαtionHσχχσγtsHonHthσHχirstH
hypσrpolαrizαβilityHoχHαHmσroγyαninσHπyσVVHJournaleofeChemicalePhysicsTH2022THY`aTHXY][X` 3.9 2

401 wσwisHαγiπUγαtαlyzσπHoiσlsâ��llπσrHγyγloαππitionHoχHZT`UπimσthylχurαnHαnπHσthylσnσeHαHπσnsityH
χunγtionαlHthσoryHinvσstiωαtionVHTheoreticaleChemistryeAccountsTH2022THY]YTHY 1.9

400 lHmolσγulαrHloαπσπHπiγσeHWhσnHthσHˇ�HγonjuωαtionHβrσαksHthσHstαtistiγαlHαππrσssαβilityHoχHαnH
oγtαstαtσHmultimoπαlHmolσγulαrHswitγhVHDyeseandePigmentsTH2022THYYXZbX 4.6 0

399 –αminωHthσHwσwisH’upσrαγiπityHoχHyonU{lαnαrHmorαnσseHnUsHmonπHlγtivαtionHαnπHyonUnlαssiγαlH
minπinωHxoπσsHαtHmoronVHAngewandteeChemieeseInternationaleEditionTH2021TH 16.4 4

398
’imulαtionHoχHαβsorptionHαnπHsγαttσrinωHspσγtrαHoχHγrystαllinσHorωαniγHnαnopαrtiγlσsHwithHthσH
πisγrσtσHπipolσHαpproximαtioneHpχχσγtsHoχHγrystαlHshαpσTHγrystαlHsizσTHαnπHrσχrαγtivσHinπσx´ oχHthσH
mσπiumVHJournaleofeChemicalePhysicsTH2021THY``THYa]bX[

3.9

397 ’σlχUαωωrσωαtionHoχHstilβαzoliumHionHpαirsHinHliquiπHγhloroχormVHlHmolσγulαrHπynαmiγsHstuπyVHJournale
ofeMoleculareLiquidsTH2021TH[]]THYYbb[` 6

396 ’σγonπHsαrmoniγHrσnσrαtionH†σsponsσsHoχHtonH{αirsHqorminωHoimσriγHlωωrσωαtσsVHJournaleofe
PhysicaleChemistryeBTH2021THYZ`TH[[caU[[db 3.4 9

395 nomβininωHmσnzαzoloUzxαzoliπinσH–winsHtowαrπHxultiUstαtσHyonlinσαrHzptiγαlH’witγhσsVHJournaleofe
PhysicaleChemistryeBTH2021THYZ`TH[dYcU[d[Y 3.4 4

394 sσαvyUltomUqrσσHmαyU’uβstitutσπH{σrylσnσHoiimiπσHoonorUlγγσptorH{hotosσnsitizσrsVH
ChemPhysChemTH2021THZZTHY]ccUY]da 3.2 1

393
oiχluoroπithiσnoö[TZUαeZjT[jUγüphσnαzinσHαsHαHstronωHαγγσptorHχorHmαtσriαlsHπisplαyinωHthσrmαllyH
αγtivαtσπHπσlαyσπHχluorσsγσnγσHorHroomHtσmpσrαturσHphosphorσsγσnγσVHDyeseandePigmentsTH2021TH
YdXTHYXd[XY

4.6 2

392 ’σγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχH˛�UshαpσπHpyrαzinσHπσrivαtivσsVHDyeseandePigmentsTH
2021THYc]THYXcc`X 4.6 3

391
mσnzoöYTZUβe]T`UβOüπithiophσnσHαsHαHwσαkHπonorHγomponσntHχorHpushUpullHmαtσriαlsHπisplαyinωH
thσrmαllyHαγtivαtσπHπσlαyσπHχluorσsγσnγσHorHroomHtσmpσrαturσHphosphorσsγσnγσVHDyeseande
PigmentsTH2021THYcaTHYXdXZZ

4.6 7

390 xσthylσnσHmriπωinωHpχχσγtHonHthσH’truγturσsTHwσwisHlγiπitiσsHαnπHzptiγαlH{ropσrtiσsHoχH’σmiUplαnαrH
–riαrylβorαnσsVHChemistryeseAeEuropeaneJournalTH2021THZbTHYb[aUYb][ 4.8

389 ’σlχUαssσmβlinωTHstruγturσHαnπHnonlinσαrHoptiγαlHpropσrtiσsHoχHχluorσsγσntHorωαniγHnαnopαrtiγlσsHinH
wαtσrVHPhysicaleChemistryeChemicalePhysicsTH2021THZ[THZ[a][UZ[a`] 3.6 3

388 {olαrHαnπHsσliγαlHtsomorphousHnrystαlsHoχH{rolinσHoσrivαtivσseHtnχluσnγσHoχHαHqluorinσHltomHonHthσH
plσγtriγH’usγσptiβilityVHChemistryeAfricaTH2021TH]TH``[U`aZ 2.2 0

387 †αtionαlHoσvσlopmσntHoχHαHxσtαlUqrσσHmiχunγtionαlH’ystσmHχorHthσHnUsHlγtivαtionHoχHxσthαnσeHlH
oσnsityHqunγtionαlH–hσoryHtnvσstiωαtionVHChemPhysChemTH2021THZZTHYd`cUYdaa 3.2 2
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386 oσnsityHqunγtionαlH–hσoryH’tuπyHoχH’uβstitutionHpχχσγtsHonHthσH’σγonπUzrπσrHyonlinσαrHzptiγαlH
{ropσrtiσsHoχHwinπquistU–ypσHzrωαnoUtmiπoH{olyoxomσtαlαtσsVHSymmetryTH2021THY[THYa[a 2.7 0

385 lllUltomH}uαntumHxσγhαniγαlHnαlγulαtionHoχHthσH’σγonπUsαrmoniγHrσnσrαtionHoχHqluorσsγσntH
{rotσinsVHJournaleofePhysicaleChemistryeLettersTH2021THYZTHdac]UdadX 6.4 2

384
—nrαvσllinωHthσHpχχσγtsHoχHnholσstσrolHonHthσH’σγonπUzrπσrHyonlinσαrHzptiγαlH†σsponsσsHoχH
oiUcUlyp{{’HoyσHpmβσππσπHinH{hosphαtiπylγholinσHwipiπHmilαyσrsVHJournaleofePhysicaleChemistryeBTH
2021THYZ`THYXYd`UYXZYZ

3.4 2

383 oσnsityHχunγtionαlHthσoryHinvσstiωαtionHoχHthσHσlσγtroniγHαnπHoptiγαlHpropσrtiσsHoχH
mσtαlloUphthαloγyαninσHπσrivαtivσsVHOpticaleMaterialsTH2021THYZXTHYYY[Y` 3.3 1

382
nonγσrtσπHvσrsusHioniγHmσγhαnismsHoχHthσH˛–HαnπH˛‡HσxtσnsionsHinHunγαtαlyzσπHxukαiyαmαHrσαγtionH
βσtwσσnH˛†T˛‡UunsαturαtσπHβisHsilylHkσtσnσHαγσtαlHαnπHβσnzαlπσhyπσeHlHoq–HstuπyVHComputationaleande
TheoreticaleChemistryTH2021THYZX]THYY[[d`

2

381
nomputαtionαlHprσπiγtionHoχHthσHsuprαmolσγulαrHsσlχUαssσmβlinωHpropσrtiσsHoχHorωαniγHmolσγulσseH
thσHrolσHoχHγonχormαtionαlHχlσxiβilityHoχHαmiπσHmoiσtiσsVHPhysicaleChemistryeChemicalePhysicsTH2021TH
Z[THZX]`[UZX]a`

3.6 0

380 –opoloωiγαlHinvσstiωαtionHoχHthσHrσαγtionHmσγhαnismHoχHωlyγσrolHγαrβonαtσHπσγompositionHβyHβonπH
σvolutionHthσoryVVHRSCeAdvancesTH2021THYYTHYXXc[UYXXd[ 3.7 4

379
—nrαvσlinωHthσHplσγtriγHqiσlπUtnπuγσπH’σγonπHsαrmoniγHrσnσrαtionH†σsponsσsHoχH’tilβαzoliumHtonH
{αirsHnomplσxσsHinH’olutionH—sinωHαHxultisγαlσH’imulαtionHxσthoπVHJournaleofeChemicaleInformatione
andeModelingTH2020THaXTH]cYbU]cZa

6.1 6

378 –hσHσχχσγtHoχHhαloωσnαtionHonH{mo––U–}x–HβαsσπHnonUχullσrσnσHpolymσrHsolαrHγσllsHâ��HnhlorinαtionH
vsHχluorinαtionVHDyeseandePigmentsTH2020THYcYTHYXc`bb 4.6 7

377 oynαmiγH’truγturαlHpχχσγtsHonHthσH’σγonπUsαrmoniγHrσnσrαtionHoχH–ryptophαnσU†iγhH{σptiπσsHαnπH
rrαmiγiπinHlVHJournaleofePhysicaleChemistryeBTH2020THYZ]THZ`acUZ`bc 3.4 8

376 {σrχormαnγσHoχHoq–HχunγtionαlsHχorHγαlγulαtinωHthσHsσγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχH
πipolαrHmσroγyαninσsVHPhysicaleChemistryeChemicalePhysicsTH2020THZZTHYa`bdUYa`d] 3.6 26

375 yσαrUtnχrαrσπHmzot{ÖUlγriπinσHoyαπsHlγtinωHαsHsσαvyUltomUqrσσHouαlUqunγtioninωH
{hotosσnsitizσrsVHChemistryeseAeEuropeaneJournalTH2020THZaTHY`ZYZUY`ZZ` 4.8 4

374
qinπinωHthσHoptimαlHσxγhαnωσUγorrσlαtionHχunγtionαlHtoHπσsγriβσHthσHσxγitσπHstαtσHpropσrtiσsHoχH
pushUpullHorωαniγHπyσsHπσsiωnσπHχorHthσrmαllyHαγtivαtσπHπσlαyσπHχluorσsγσnγσVHPhysicaleChemistrye
ChemicalePhysicsTH2020THZZTHYa[cbUYa[dd

3.6 11

373
’σγonπUzrπσrHyonlinσαrHzptiγαlH{ropσrtiσsHoχHαnHlmphiphiliγHoyσHpmβσππσπHinHαHwipiπHmilαyσrVHlH
nomβinσπHxolσγulαrHoynαmiγsU}uαntumHnhσmistryH’tuπyVHJournaleofePhysicaleChemistryeBTH2020TH
YZ]THZYXYUZYXd

3.4 15

372 nontrollσπHrσnσrαtionHoχHdUmorαtriptyγσnσHβyHwσwisHlππuγtHoissoγiαtioneHlγγσssinωHαHyonU{lαnαrH
–riαrylβorαnσVHAngewandteeChemieTH2020THY[ZTHYZ`XZUYZ`Xa 3.6 10

371 nontrollσπHrσnσrαtionHoχHdUmorαtriptyγσnσHβyHwσwisHlππuγtHoissoγiαtioneHlγγσssinωHαHyonU{lαnαrH
–riαrylβorαnσVHAngewandteeChemieeseInternationaleEditionTH2020TH`dTHYZ]XZUYZ]Xa 16.4 16

370 xσroγyαninσsHinHαHsαloωσnUmonπσπHyσtworkHtnvolvinωHtnorωαniγHmuilπinωHmloγksVHCrystaleGrowthe
andeDesignTH2020THZXTHaXcUaYa 3.5 6

369 ’αliγyliπσnσαnilinσUmαsσπHnovαlσntHzrωαniγHqrαmσworkseHlHyσwHqαmilyHoχHxultistαtσH’σγonπUzrπσrH
yonlinσαrHzptiγαlH’witγhσsVHJournaleofePhysicaleChemistryeCTH2020THYZ]THZ]]`YUZ]]`d 3.8 6

(2020-2021)
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368 tnnσntitσlβilπeHnontrollσπHrσnσrαtionHoχHdUmorαtriptyγσnσHβyHwσwisHlππuγtHoissoγiαtioneHlγγσssinωHαH
yonU{lαnαrH–riαrylβorαnσHPlnωσwVHnhσmVH[XWZXZXQVHAngewandteeChemieTH2020THY[ZTHYZ[ZZUYZ[ZZ 3.6

367 oσnsityHqunγtionαlH–hσoryHtnvσstiωαtionHoχHthσHminπinωHoχH–hio–p{lHtoH{urinσHmαsσseH
–hσrmoπynαmiγsHαnπHmonπHpvolutionH–hσoryHlnαlysisVHJournaleofePhysicaleChemistryeATH2020THYZ]TH]XacU]XcX2.8 6

366 yσwHtnsiωhtsHintoH{hotoγhromiγH{ropσrtiσsHoχHyU’αliγyliπσnσαnilinσHoσrivαtivσsH—sinωHαHnoγrystαlH
pnωinσσrinωHlpproαγhVHCrystaleGrowtheandeDesignTH2019THYdTH``]]U```a 3.5 4

365 xαωnσtiγαllyUinπuγσπHγurrσntHπσnsityHinvσstiωαtionHinHγαrβohσliγσnσsHαnπHαzαhσliγσnσsVHPhysicale
ChemistryeChemicalePhysicsTH2019THZYTHY]abcUY]adY 3.6 6

364 yonlinσαrHzptiγαlHnontrαstHinHlzoβσnzσnσUmαsσπH’σlχUlssσmβlσπHxonolαyσrsVHChemistryeofe
MaterialsTH2019TH[YTHab`dUabad 9.6 17

363 qirstH{rinγiplσsHtnvσstiωαtionHoχHthσH{olαrizαβilityHαnπHqirstHsypσrpolαrizαβilityHoχHlnhyπriπσH
oσrivαtivσsVHChemistryeAfricaTH2019THZTH]][U]`[ 2.2 11

362 lllUpolymσrHsolαrHγσllsHβαsσπHonHphotostαβlσHβisPpσrylσnσHπiimiπσQHαγγσptorHpolymσrsVHSolareEnergye
MaterialseandeSolareCellsTH2019THYdaTHYbcUYc] 6.4 7

361 {roβinωHαlkylsilαnσHmolσγulαrHstruγturσHonHαmorphousHsiliγαHsurχαγσsHβyHsumHχrσquσnγyHωσnσrαtionH
viβrαtionαlHspσγtrosγopyeHqirstUprinγiplσsHγαlγulαtionsVHJournaleofeChemicalePhysicsTH2019THY`XTHXb]bX[ 3.9 2

360 lγiπoUtriωωσrσπHswitγhinωHoχHthσHsσγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHαH
χσrroγσnylUγontαininωHinπolinoUoxαzoliπinσHπσrivαtivσVHDyeseandePigmentsTH2019THYaXTHa]YUa]a 4.6 8

359 –hσorσtiγαlHlssσssmσntHoχHthσH’σγonπUzrπσrHyonlinσαrHzptiγαlH†σsponsσsHoχHwinπqvistU–ypσH
zrωαnoimiπoH{olyoxomσtαlαtσsVHInorganiceChemistryTH2019TH`cTHYYZYXUYYZYd 5.1 10

358 nouplσπHγlustσrHinvσstiωαtionHoχHthσHviβrαtionαlHαnπHσlσγtroniγHsσγonπHαnπHthirπHhαrmoniγH
sγαttσrinωHhypσrpolαrizαβilitiσsHoχHthσHwαtσrHmolσγulσVHJournaleofeChemicalePhysicsTH2019THY`YTHXa][X[ 3.9 4

357 {σrioπiγHoq–H’tuπyHoχHthσHpχχσγtsHoχHnoUnrystαllizαtionHonHαHyU’αliγyliπσnσαnilinσHxolσγulαrH’witγhVH
ChemPhysChemTH2019THZXTHZ][]UZ]]Z 3.2 1

356 lHγolorinωHtoolHχorHspiropyrαnseHsoliπHstαtσHmσtαlâ��orωαniγHγomplσxαtionHvσrsusHsαliχiγαtionVH
CrystEngCommTH2019THZYTH]dZ`U]d[[ 3.3 3

355 ’ynthσsisHαnπHswitγhinωHpropσrtiσsHoχHnσwHπσrivαtivσsHoχHαzorσsvσrαtrolVHDyeseandePigmentsTH2019TH
YbYTHYXbaaa 4.6 1

354
lrσHqullyHnonjuωαtσπHpxpαnπσπHtnπσnoχluorσnσsHlnαloωuσsHαnπHoiinπσnoöüthiophσnσHoσrivαtivσsH
oirαπiγαlsjHlH’impliχiσπHP’pinUqlipQH–imσUoσpσnπσntHoσnsityHqunγtionαlH–hσoryHöP’qUQs–oUoq–üH
’tuπyVHJournaleofePhysicaleChemistryeATH2019THYZ[THdcZcUdc[d

2.8 5

353 {σrioπiγHoq–H’tuπyHoχHthσHpχχσγtsHoχHnoUnrystαllizαtionHonHαHyU’αliγyliπσnσαnilinσHxolσγulαrH’witγhVH
ChemPhysChemTH2019THZXTHZ]XZUZ]XZ 3.2

352 {ushinωHthσHwσwisHlγiπityHmounπαriσsHoχHmoronHnompounπsHWithHyonU{lαnαrH–riαrylβorαnσsH
oσrivσπHχromH–riptyγσnσsVHAngewandteeChemieTH2019THY[YTHYbX]`UYbX]d 3.6 15

351 {ushinωHthσHwσwisHlγiπityHmounπαriσsHoχHmoronHnompounπsHWithHyonU{lαnαrH–riαrylβorαnσsH
oσrivσπHχromH–riptyγσnσsVHAngewandteeChemieeseInternationaleEditionTH2019TH`cTHYaccdUYacd[ 16.4 33
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350 qinωσrprintHoχHlromαtiγityHαnπHxolσγulαrH–opoloωyHonHthσH{hotophysiγαlH{ropσrtiσsHoχHzγtαphyrinsVH
JournaleofePhysicaleChemistryeCTH2019THYZ[THb[YcUb[[` 3.8 21

349 zytzxHtnvσstiωαtionHoχHthσH’σγonπUzrπσrHyonlinσαrHzptiγαlH†σsponsσsHoχHqluorσsγσntH{rotσinsVH
JournaleofePhysicaleChemistryeBTH2018THYZZTH]dd[U`XX` 3.4 12

348
–hσHtmpαγtHoχHlγγσptorUlγγσptorHsomoγouplinωHonHthσHzptoσlσγtroniγH{ropσrtiσsHαnπH
{hotovoltαiγH{σrχormαnγσHoχH{o–’}xHwowHmαnπωαpH{olymσrsVHMacromoleculareRapide
CommunicationsTH2018TH[dTHσYcXXXca

4.8 6

347 lγiπoγhromiγHspiropyrαnâ��mσroγyαninσHstαβilisαtionHinHthσHsoliπHstαtσVHCrystEngCommTH2018THZXTH[[YcU[[Zb3.3 11

346
oq–HtnvσstiωαtionHoχHthσHoiαstσrσosσlσγtivityHoχHthσHxXHαnπHxXHwσwisUlγiπUnαtαlyzσπHxukαiyαmαH
llπolH†σαγtionHβσtwσσnHnTzTzU–risPtrimσthylsilylQkσtσnσHlγσtαlHαnπHllπσhyπσsVHJournaleofePhysicale
ChemistryeATH2018THYZZTHYd[cUYd]b

2.8 3

345 lssσssinωHthσH’truγturσHoχHzγtαstαtσHxolσγulαrH’witγhσsH—sinωHYsHyx†HoσnsityHqunγtionαlH–hσoryH
nαlγulαtionsVHJournaleofePhysicaleChemistryeCTH2018THYZZTHYcXXUYcXc 3.8 2

344
–hσorσtiγαlH’tuπyHonH–hirπUzrπσrHyonlinσαrHzptiγαlH{ropσrtyHoχHznσUoimσnsionαlHnyγliγH–hiαzylH
†απiγαlHlωωrσωαtσseHtntσrmolσγulαrHoistαnγσTHzpσnU’hσllHyαturσTHαnπH’pinH’tαtσHoσpσnπσnγσsVH
JournaleofePhysicaleChemistryeCTH2018THYZZTHabbdUabc`

3.8 10

343 –σtrαphσnylβorαtσHlnionHtnπuγσsH{hotoγhromismHinHyU’αliγyliπσnσαminoUYUαlkylpyriπiniumH
oσrivαtivσsH–hrouωhHqormαtionHoχH–σtrαUlrylHmoxσsVHJournaleofePhysicaleChemistryeCTH2018THYZZTHYXdddUYYXXb3.8 11

342 nouplσπHγlustσrHσvαluαtionHoχHthσHsσγonπHαnπHthirπHhαrmoniγHsγαttσrinωHrσsponsσsHoχHsmαllH
molσγulσsVHTheoreticaleChemistryeAccountsTH2018THY[bTHY 1.9 6

341 yonlinσαrHoptiγαlHrσsponsσsHoχHsσlχUαssσmβlσπHmonolαyσrsHχunγtionαlizσπHwithHinπolinoUoxαzoliπinσH
photoswitγhσsVHPhysicaleChemistryeChemicalePhysicsTH2018THZXTHZY`dXUZY`db 3.6 10

340 pχχσγtsHoχHpmpiriγαlHoispσrsionHpnσrωyHonHthσHrσomσtriγαlH{αrαmσtσrsHαnπH†σlαtivσHpnσrωyHoχHαH
’αliγyliπσnσαnilinσHxolσγulαrH’witγhHinHthσH’oliπH’tαtσVHCrystalsTH2018THcTHYZ` 2.3 4

339 tntrαmolσγulαrHö[HSHZüHnyγloαππitionH†σαγtionsHoχH—nsαturαtσπHyitrilσHzxiπσsVHlH’tuπyHχromHthσH
{σrspσγtivσHoχHmonπHpvolutionH–hσoryHPmp–QVHJournaleofePhysicaleChemistryeATH2018THYZZTHb]bZUb]cY 2.8 12

338 pvαluαtionHoχHlromαtiγityHχorHzpσnU’hσllH’inωlσtHoiγyγlopσntαUqusσπHlγσnσsHαnπH{olyαγσnσsHmαsσπH
onHαHxαωnσtiγαllyHtnπuγσπHnurrσntVHChemistryeseAeEuropeaneJournalTH2018THZ]THY[]`bUY[]aa 4.8 10

337 tnvσstiωαtionHoχHthσHplσγtroniγHpxγitσπU’tαtσHpquiliβriumHrσomσtriσsHoχH–hrσσHxolσγulσsH
—nπσrωoinωHp’t{–eHlH†tUnnZHαnπH–ooq–H’tuπyVHJournaleofePhysicaleChemistryeATH2018THYZZTHdbZUdc] 2.8 12

336 }uαntumHnhσmiγαlHxσthoπsHχorH{rσπiγtinωHαnπHtntσrprσtinωH’σγonπUzrπσrHyonlinσαrHzptiγαlH
{ropσrtiσseHqromH’mαllHtoHpxtσnπσπHˇ�UnonjuωαtσπHxolσγulσsH2018THYYbUY[c 13

335 ’σγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχH’tσnhousσHphotoswitγhσseHinsiωhtsHχromHπσnsityH
χunγtionαlHthσoryVHPhysicaleChemistryeChemicalePhysicsTH2018THZXTHZba`cUZbaab 3.6 24

334 oynαmiγαlHmσhαviorHαnπH’σγonπHsαrmoniγHrσnσrαtionH†σsponsσsHinHlγiπoU–riωωσrσπHxolσγulαrH
’witγhσsVHJournaleofePhysicaleChemistryeCTH2018THYZZTHZaYaXUZaYac 3.8 15

333 lromαtiγityHαsHαHruiπinωHnonγσptHχorH’pσγtrosγopiγHqσαturσsHαnπHyonlinσαrHzptiγαlH{ropσrtiσsHoχH
{orphyrinoiπsVHMoleculesTH2018THZ[TH 4.8 24

(2018-2019)
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332
{rσπiγtinωHvσtoUpnolHpquiliβriumHχromHnomβininωH— W isiβlσHlβsorptionH’pσγtrosγopyHwithH
}uαntumHnhσmiγαlHnαlγulαtionsHoχH iβroniγH’truγturσsHχorHxαnyHpxγitσπH’tαtσsVHlHnαsσH’tuπyHonH
’αliγyliπσnσαnilinσsVHJournaleofePhysicaleChemistryeATH2018THYZZTH`[bXU`[b]

2.8 15

331 –hσorσtiγαlHinvσstiωαtionHoχHγurvσπHˇ�UγonjuωαtσπHχullσrσnσHχlαkσseHopσnUshσllHγhαrαγtσrTHαromαtiγityTH
αnπHthirπUorπσrHnonlinσαrHoptiγαlHpropσrtyVHJournaleofePhysicaleOrganiceChemistryTH2017TH[XTHσ[`cY 2.1 4

330
lssσssinωHoσnsityHqunγtionαlH–hσoryHlpproαγhσsHχorH{rσπiγtinωHthσH’truγturσHαnπH†σlαtivσHpnσrωyH
oχH’αliγyliπσnσαnilinσHxolσγulαrH’witγhσsHinHthσH’oliπH’tαtσVHJournaleofePhysicaleChemistryeCTH2017TH
YZYTHacdcUadXc

3.8 15

329 ’imulαtionHoχHthσH— W isiβlσHlβsorptionH’pσγtrαHoχHqluorσsγσntH{rotσinHnhromophorσHxoπσlsVH
ChemPhotoChemTH2017THYTHZcYUZda 3.3 13

328 lHthσorσtiγαlHstuπyHonHquαsiUonσUπimσnsionαlHopσnUshσllHsinωlσtHlαππσrHoliωomσrseHmultiUrαπiγαlH
nαturσTHαromαtiγityHαnπHsσγonπHhypσrpolαrizαβilityVHOrganiceChemistryeFrontiersTH2017TH]THbbdUbcd 5.2 16

327 lssiωninωHthσHstσrσoγhσmistryHoχHsynHαnπHαntiH˛†UtrimσthylsiloxyU˛–UtrimσthylsilylHαlkαnoiγHαγiπHsilylH
σstσrsHusinωHrtlzHYHsHyx†HγhσmiγαlHshiχtHγαlγulαtionsVHJournaleofeMoleculareStructureTH2017THYY]YTH][aU]]X3.4 2

326 qαrαπαyHpχχσγtHinH’tαγksHoχHlromαtiγHxolσγulσsVHJournaleofePhysicaleChemistryeCTH2017THYZYTHY`[]cUY`[`Z 3.8 13

325 oirαπiγαlHαnπHtoniγHnhαrαγtσrsHoχHzpσnU’hσllH’inωlσtHxolσγulαrH’ystσmsVHJournaleofePhysicale
ChemistryeATH2017THYZYTHcaYUcb[ 2.8 14

324
’σγonπUzrπσrHyonlinσαrHzptiγαlH{ropσrtiσsHoχHxultiαππrσssαβlσHtnπolinooxαzoliπinσHoσrivαtivσseH
uointHnomputαtionαlHαnπHsypσrU†αylσiωhH’γαttσrinωHtnvσstiωαtionsVHJournaleofePhysicaleChemistryeCTH
2017THYZYTHYc`YUYcaX

3.8 39

323
sowHoimσrizαtionH–hrouωhHαH’piroHuunγtionHxoπiχiσsHthσHyonlinσαrHzptiγαlH{ropσrtiσsHoχHαH
{ushâ��{ullHzrωαniγHoyσeHtnsiωhtsHχromH–hσoryHαnπHsypσrU†αylσiωhH’γαttσrinωVHChemPhotoChemTH2017
THYTHd[UYXY

3.3 2

322 plσγtroniγHmαnπH’truγturσHoχHsσliγαlH{olyisoγyαniπσsVHJournaleofePhysicaleChemistryeATH2017THYZYTHbdd[UcXXZ2.8 1

321 pmσrωσnγσHoχHyonlinσαrHzptiγαlHlγtivityHβyHtnγorporαtionHoχHαHwinkσrHnαrryinωHthσHUyitroαnilinσH
xotiχHinHxtwU`[HqrαmσworksVHJournaleofePhysicaleChemistryeCTH2017THYZYTHZ``XdUZ``Yd 3.8 12

320 nouplσπUγlustσrHsumUχrσquσnγyHωσnσrαtionHnonlinσαrHsusγσptiβilitiσsHoχHmσthylHPnsQHαnπHmσthylσnσH
PnsQHωroupsVHPhysicaleChemistryeChemicalePhysicsTH2017THYdTHZdcZZUZdc[Z 3.6 3

319 –uninωHyonlinσαrHzptiγαlH{ropσrtiσsHβyHlltσrinωHthσHoirαπiγαlHαnπHnhαrωσU–rαnsχσrHnhαrαγtσristiγsH
oχHnhiγhiβαβinOsHsyπroγαrβonHoσrivαtivσsVHChemPhysChemTH2017THYcTHY]ZUY]c 3.2 10

318 lH’truγturαlHlnαlysisHoχH’piropyrαnHαnπH’pirooxαzinσHnompounπsHαnπH–hσirH{olymorphsVHCrystalsTH
2017THbTHc] 2.3 11

317 yonlinσαrHoptiγαlHpropσrtiσsHinHopσnUshσllHmolσγulαrHsystσmsVHWileyeInterdisciplinaryeReviews:e
ComputationaleMoleculareScienceTH2016THaTHYdcUZYX 7.9 47

316 –hσorσtiγαlHstuπyHonHthσHspinHstαtσHαnπHopσnUshσllHγhαrαγtσrHπσpσnπσnγσsHoχHthσHsσγonπH
hypσrpolαrizαβilityHinHhyπroωσnHγhαinHmoπσlsVHPhysicaleRevieweATH2016THd]TH 2.6 5

315
—nrαvσlinωHthσHnonγσrtσπH†σαγtionHxσγhαnismHoχHthσHyonγαtαlyzσπHxukαiyαmαH†σαγtionHβσtwσσnH
nTzTzU–risPtrimσthylsilylQkσtσnσHlγσtαlHαnπHllπσhyπσsH—sinωHoσnsityHqunγtionαlH–hσoryVHJournaleofe
PhysicaleChemistryeATH2016THYZXTH`a]dU`b

2.8 3

Benoˆfit ˆ�t Champagne
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314 {olymorphiγHαnπHtsomorphiγHnoγrystαlsHoχHαHyU’αliγyliπσnσU[UαminopyriπinσHwithHoiγαrβoxyliγHlγiπseH
–uninωHoχH’oliπU’tαtσH{hotoUHαnπH–hσrmoγhromismVHJournaleofePhysicaleChemistryeCTH2016THYZXTHYXXXYUYXXXc3.8 42

313 ’σγonπUorπσrHnonlinσαrHoptiγαlHrσsponsσsHoχHhσptαhσliγσnσHαnπHhσptαthiαhσliγσnσHπσrivαtivσsVH
ChemicalePhysicseLettersTH2016THa]]THYd`UZXX 2.5 9

312 zxαzinσseHlHyσwHnlαssHoχH’σγonπUzrπσrHyonlinσαrHzptiγαlH’witγhσsVHJournaleofetheeAmericane
ChemicaleSocietyTH2016THY[cTH`X`ZUaZ 16.4 76

311
’σγonπUzrπσrHyonlinσαrHzptiγαlH’usγσptiβilitiσsHoχHxσtαlâ��zrωαniγHqrαmσworksH—sinωHαHnomβinσπH
woγαlHqiσlπH–hσoryWnhαrωσHpmβσππinωHplσγtrostαtiγH’γhσmσVHJournaleofePhysicaleChemistryeCTH2016TH
YZXTHab]YUab]d

3.8 15

310 }–ltxUmαsσπH’γhσmσHχorHoσsγriβinωHthσHwinσαrHαnπHyonlinσαrHzptiγαlH’usγσptiβilitiσsHoχHxolσγulαrH
nrystαlsHnomposσπHoχHxolσγulσsHwithHnomplσxH’hαpσsVHJournaleofePhysicaleChemistryeCTH2016THYZXTH]]cYU]]d]3.8 25

309 qouriσrH’pαγσH—nγouplσπHsαrtrσσâ��qoγkH{olαrizαβilitiσsHoχHznσUoimσnsionαllyH{σrioπiγH’ystσmsVH
{olyσthylσnσHαnπH{olysilαnσH†σvisitσπVHZeitschrifteFurePhysikalischeeChemieTH2016THZ[XTH`cdUa[Z 3.1 1

308
nhαllσnωinωHγompounπsHχorHγαlγulαtinωHmolσγulαrHsσγonπHhypσrpolαrizαβilitiσseHthσHtriplσtHstαtσHoχH
thσHtrimσthylσnσmσthαnσHπirαπiγαlHαnπHtwoHπσrivαtivσsVHPhysicaleChemistryeChemicalePhysicsTH2016TH
YcTHa]ZXUd

3.6 5

307 nouplσπHγlustσrHσvαluαtionHoχHthσHχrσquσnγyHπispσrsionHoχHthσHχirstHαnπHsσγonπHhypσrpolαrizαβilitiσsH
oχHwαtσrTHmσthαnolTHαnπHπimσthylHσthσrVHJournaleofeChemicalePhysicsTH2016THY]`THX]][YY 3.9 7

306 pluγiπαtinωHmαtγhUtoUmαtγhH αriαtionHnαusσπHβyHsomoγouplσπH’iπσH{roπuγtsHinH
’olutionU{roγσssαβlσHzrωαniγH’olαrHnσllsVHChemistryeofeMaterialsTH2016THZcTHdXccUdXdc 9.6 17

305
–hirπUzrπσrHyonlinσαrHzptiγαlH{ropσrtiσsHoχHlsymmσtriγHyonUlltσrnαntHzpσnU’hσllH
nonπσnsσπU†inωHsyπroγαrβonseHpχχσγtsHoχHoirαπiγαlHnhαrαγtσrTHlsymmσtriγityTHαnπHpxγhαnωσH
tntσrαγtionVHJournaleofePhysicaleChemistryeCTH2016THYZXTHYYd[UYZXb

3.8 31

304 étqUcHαsHyonlinσαrHzptiγαlHxαtσriαleHtnχluσnγσHoχH’truγturσHαnπH’ynthσsisVHChemistryeofeMaterialsTH
2016THZcTH[ZX[U[ZXd 9.6 46

303
’ynthσtiγTHzptiγαlHαnπH–hσorσtiγαlH’tuπyHoχHlltσrnαtinωHpthylσnσπioxythiophσnσU{yriπinσH
zliωomσrseHpvolutionHχromH{lαnαrHnonjuωαtσπHtoHsσliγoiπαlH’truγturσHtowαrπsHαHnhirαlH
nonχiωurαtionVHChemPhysChemTH2016THYbTH]XdXU]YXY

3.2 5

302 tnvσstiωαtinωHthσHχirstHhypσrpolαrizαβilityHoχHliquiπHγαrβonHtσtrαγhloriπσVHRSCeAdvancesTH2016THaTHdd``cUdd`a[3.7 3

301 zriωinHoχHthσHpnhαnγσmσntHoχHthσH’σγonπHsypσrpolαrizαβilitiσsHoχHxσtαlUnαrβonHmonπsVHJournaleofe
PhysicaleChemistryeATH2016THYZXTHac[cU]` 2.8

300 ’witγhinωHoχHthσHyonlinσαrHzptiγαlH†σsponsσsHoχHlnilHoσrivαtivσseHqromHoilutσH’olutionsHtoHthσH’oliπH
’tαtσH2016THYb`UZXZ 7

299 –hσorσtiγαlHoσsiωnHoχHzpσnU’hσllH’inωlσtHxolσγulαrH’ystσmsHχorHyonlinσαrHzptiγsVHJournaleofe
PhysicaleChemistryeLettersTH2015THaTH[Z[aU[Z`a 6.4 116

298 ’pσγtrosγopiγHαnπHsσγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχH†uthσniumPiiQHγomplσxσseHαH
oq–Wx†ntHαnπHlonPZQHstuπyVHPhysicaleChemistryeChemicalePhysicsTH2015THYbTHYcdXcUYZ 3.6 11

297 WhiγhHγhαrωσHπσχinitionHχorHπσsγriβinωHthσHγrystαlHpolαrizinωHχiσlπHαnπHthσHˇ�PPYQQHαnπHˇ�PPZQQHoχHorωαniγH
γrystαlsjVHPhysicaleChemistryeChemicalePhysicsTH2015THYbTHYd`]aU`a 3.6 19

(2015-2016)
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296
–hσHχirstHhypσrpolαrizαβilityHoχHnitroβσnzσnσHinHβσnzσnσHsolutionseHinvσstiωαtionHoχHthσHσχχσγtsHoχH
σlσγtronHγorrσlαtionHwithinHthσHsσquσntiαlH}xWxxHαpproαγhVHPhysicaleChemistryeChemicalePhysicsTH
2015THYbTHZ[a[]U]Z

3.6 28

295
qluorinαtionHαsHαnHσχχσγtivσHtoolHtoHinγrσαsσHthσHopσnUγirγuitHvoltαωσHαnπHγhαrωσHγαrriσrHmoβilityHoχH
orωαniγHsolαrHγσllsHβαsσπHonHpolyPγyγlopσntαöZTYUβe[T]UβjüπithiophσnσUαltUquinoxαlinσQHγopolymσrsVH
JournaleofeMaterialseChemistryeATH2015TH[THZdaXUZdbX

13 30

294 tnσlαstiγHplσγtronH–unnσlinωHoχHnaXHonHrolπH’urχαγσsHχromHqirstU{rinγiplσsHnαlγulαtionsVHJournaleofe
PhysicaleChemistryeCTH2015THYYdTHcX[UcYc 3.8 3

293
{iωmσntHviolσtHYdHUHαHtσstHγαsσHtoHπσχinσHαHsimplσHmσthoπHtoHsimulαtσHthσHviβroniγHstruγturσHoχH
αβsorptionHspσγtrαHoχHorωαniγHpiωmσntsHαnπHπyσsHinHsolutionVHPhotochemicaleandePhotobiologicale
SciencesTH2015THY]TH]]]U`a

4.2 10

292 xoπσlinωHoχHstruγturαlTHσnσrωσtiγTHαnπHπynαmiγHpropσrtiσsHoχHχσwUαtomHsilvσrHγlustσrsHσmβσππσπHinH
polynuγlσotiπσHstrαnπsHβyHusinωHmolσγulαrHπynαmiγsVHChemPhysChemTH2015THYaTH[aXUd 3.2 2

291 ’σγonπUzrπσrHyonlinσαrHzptiγαlH{ropσrtiσsHoχHαHoithiσnylσthσnσUtnπolinooxαzoliπinσHsyβriπeHlH
uointHpxpσrimσntαlHαnπH–hσorσtiγαlHtnvσstiωαtionVHChemistryeseAeEuropeaneJournalTH2015THZYTHYcb]dU`b 4.8 25

290 {{ H{olymσrizαtionHthrouωhHthσHrilγhH†outσeHoirαπiγαlHnhαrαγtσrHoχHxonomσrsVHChemistryeseAe
EuropeaneJournalTH2015THZYTHYdYbaUc` 4.8 8

289 –hσHqouriσrH’pαγσH†σstriγtσπHsαrtrσσâ��qoγkHxσthoπHχorHthσHplσγtroniγH’truγturσHnαlγulαtionHoχH
znσUoimσnsionαllyH{σrioπiγH’ystσmsVHAdvanceseineQuantumeChemistryTH2015THbYTHY`[UYd] 1.4

288 pxpliγitHvσrsusHimpliγitHsolvαtionHσχχσγtsHonHthσHχirstHhypσrpolαrizαβilityHoχHαnHorωαniγH
βiphotoγhromσVHJournaleofePhysicaleChemistryeATH2015THYYdTH`]daU`X[ 2.8 25

287 qrσquσnγyHπispσrsionHoχHthσHχirstHhypσrpolαrizαβilitiσsHoχHrσχσrσnγσHmolσγulσsHχorHnonlinσαrHoptiγsVH
JournaleofeChemicalePhysicsTH2015THY]ZTHYd]YXZ 3.9 19

286 yumσriγαlHπiχχσrσntiαtionHmσthoπHtoHγαlγulαtσHmolσγulαrHpropσrtiσsHαtHωrounπHαnπHσxγitσπHstαtσsHâ��H
lppliγαtionHtoHuuloliπinσmαlononitrilσVHChemicalePhysicseLettersTH2015THa[]THZ]dUZ`] 2.5 2

285 oirαπiγαlHγhαrαγtσrHπσpσnπσnγσHoχHthirπUhαrmoniγHωσnσrαtionHspσγtrαHinHopσnUshσllHsinωlσtHsystσmsVH
TheoreticaleChemistryeAccountsTH2015THY[]THY 1.9 9

284 –hσorσtiγαlHtnvσstiωαtionHoχH iβrαtionαlH’umUqrσquσnγyHrσnσrαtionH’iωnαturσsHoχHqunγtionαlizσπH
sâ��’iPYYYQVHJournaleofePhysicaleChemistryeCTH2015THYYdTH[YcXU[YdY 3.8 9

283
yUαγylUπithiσnoö[TZUβeZâ��T[â��UπüpyrrolσUβαsσπHlowHβαnπωαpHγopolymσrsHαχχorπinωHimprovσπH
opσnUγirγuitHvoltαωσsHαnπHσχχiγiσnγiσsHinHpolymσrHsolαrHγσllsVHSolareEnergyeMaterialseandeSolareCellsTH
2015THY[aTHbXUbb

6.4 12

282
lssσssinωHlonωUrαnωσHγorrσγtσπHχunγtionαlsHwithHphysiγαllyUαπjustσπHrαnωσUsσpαrαtσπHpαrαmσtσrsH
χorHγαlγulαtinωHthσHpolαrizαβilityHαnπHthσHsσγonπHhypσrpolαrizαβilityHoχHpolyπiαγσtylσnσHαnπH
polyβutαtriσnσHγhαinsVHPhysicaleChemistryeChemicalePhysicsTH2014THYaTHbXc[Uc

3.6 57

281 pnhαnγσπHopσnUγirγuitHvoltαωσHinHpolymσrHsolαrHγσllsHβyHπithiσnoö[TZUβeZjT[jUπüpyrrolσHyUαγylαtionVH
JournaleofeMaterialseChemistryeATH2014THZTHb`[`Ub`]` 13 30

280 pvαluαtionHoχHthσHmolσγulαrHstαtiγHαnπHπynαmiγHχirstHhypσrpolαrizαβilitiσsVHInternationaleJournaleofe
QuantumeChemistryTH2014THYY]THdXXUdYX 2.1 42

279
yαturαlHorβitαlHχunγtionαlHγαlγulαtionsHoχHmolσγulαrHpolαrizαβilitiσsHαnπHsσγonπHhypσrpolαrizαβilitiσsVH
–hσHhyπroωσnHmolσγulσHαsHαHtσstHγαsσVHJournaleofePhysicseB:eAtomicreMoleculareandeOpticalePhysicsTH
2014TH]bTHXY`YXY

1.3 8

Benoˆfit ˆ�t Champagne
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278 winσαrHαnπHsσγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHioniγHorωαniγHγrystαlsVHJournaleofeChemicale
PhysicsTH2014THY]YTHYX]YXd 3.9 31

277 †σsonαntH†αmαnHspσγtrαHoχHmolσγulσsHwithHπirαπiγαlHγhαrαγtσreHmultiγonχiωurαtionαlHwαvσχunγtionH
invσstiωαtionHoχHnσutrαlHvioloωσnsVHPhysicaleChemistryeChemicalePhysicsTH2014THYaTHZYbZYU[Y 3.6 15

276 lnαlysisHoχHthσH†σsonαntH†αmαnH’pσγtrαHoχH ioloωσnsHαnπHoχH–hσirH†απiγαlHnαtionsH—sinωH
†αnωσU’σpαrαtσπHsyβriπHoσnsityHqunγtionαlsVHJournaleofePhysicaleChemistryeCTH2014THYYcTHYZ]adUYZ]c] 3.8 11

275 ’σγonπUorπσrHyonlinσαrHzptiγαlH’usγσptiβilitiσsHαnπH†σχrαγtivσHtnπiγσsHoχHzrωαniγHnrystαlsHχromHαH
xultisγαlσHyumσriγαlH’imulαtionHlpproαγhVHAdvancedeOpticaleMaterialsTH2014THZTHYXXXUYXXa 8.1 31

274 lllUnonjuωαtσπHlmnUβloγkUγopolymσrHqormαtionHwithHαH αryinωH’σquσnγσHviαHαnH—nαssoγiαtσπH
nαtαlystVHMacromoleculesTH2014TH]bTH]aacU]ab` 5.5 33

273 –hirπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHonσUπimσnsionαlHopσnUshσllHmolσγulαrHαωωrσωαtσsH
γomposσπHoχHphσnαlσnylHrαπiγαlsVHChemistryeseAeEuropeaneJournalTH2014THZXTHYYYZdU[a 4.8 42

272 zpσnUshσllHγhαrαγtσrHαnπHsσγonπHhypσrpolαrizαβilitiσsHoχHonσUπimσnsionαlHγhromiumPttQHγhαinseHsizσH
πσpσnπσnγσHαnπHβonπUlσnωthHαltσrnαtionHσχχσγtVHInorganiceChemistryTH2014TH`[THcbXXUb 5.1 9

271 zriωinHoχHthσH’urχαγσUtnπuγσπHqirstHsypσrpolαrizαβilityHinHthσHnaXW’izZH’ystσmeH’nnUoq–mHtnsiωhtVH
JournaleofePhysicaleChemistryeLettersTH2014TH`THY]dU`[ 6.4 9

270 sowHthσH’σγonπUzrπσrHyonlinσαrHzptiγαlH†σsponsσHoχHthσHnollαωσnH–riplσHsσlixHlppσαrseHlH
–hσorσtiγαlHtnvσstiωαtionVHJournaleofePhysicaleChemistryeCTH2014THYYcTHc`d`UcaXZ 3.8 25

269
pvαluαtionHoχHthσHwinσαrHαnπH’σγonπUzrπσrHywzH{ropσrtiσsHoχHxolσγulαrHnrystαlsHwithinHthσHwoγαlH
qiσlπH–hσoryeHplσγtronHnorrσlαtionHpχχσγtsTHnhoiγσHoχHXnHqunγtionαlTHé{ lHnontriβutionsTHαnπHtmpαγtH
oχHthσHrσomσtryHinHthσHnαsσHoχHZUxσthylU]UnitroαnilinσVHJournaleofeChemicaleTheoryeandeComputation
TH2014THYXTHZYY]UZ]

6.4 46

268 lHmultistαtσHpsUtriωωσrσπHnonlinσαrHoptiγαlHswitγhVHChemPhysChemTH2014THY`THZZZYU] 3.2 19

267
pχχσγtsHoχHthσHβαsisHsσtHαnπHoχHthσHσxγhαnωσUγorrσlαtionHχunγtionαlHonHthσHtnσlαstiγHplσγtronH
–unnσlinωHsiωnαturσsHoχHYT]UβσnzσnσπithiolVHSpectrochimicaeActaeseParteA:eMoleculareande
BiomoleculareSpectroscopyTH2014THYYdTH[]U]Y

4.4 3

266 lxiαlHliωαnπHσχχσγtsHonHthσHπirαπiγαlHγhαrαγtσrsHαnπHsσγonπHhypσrpolαrizαβilitiσsHoχHopσnUshσllH
sinωlσtHtrαnsitionUmσtαlHπinuγlσαrHγomplσxσsVHChemicalePhysicseLettersTH2014THaXcTHacUb[ 2.5 7

265 yonlinσαrHoptiγαlHmolσγulαrHswitγhσsHχorHαlkαliHionHiπσntiχiγαtionVHMoleculesTH2014THYdTHYX`b]Uca 4.8 12

264
lβHinitioHsimulαtionHoχHthσHsumUχrσquσnγyHωσnσrαtionHrσsponsσHoχHoptiγαllyHαγtivσHliquiπsHinHthσH
prσsσnγσHoχHαHπγHσlσγtriγHχiσlπâ��πσtσrminαtionHoχHthσHαβsolutσHmolσγulαrHγonχiωurαtionVHSciencee
ChinaeChemistryTH2014TH`bTHY]X`UY]Xc

7.9

263 qσαturσHissuσHintroπuγtioneHγhirαlityHinHoptiγsVHOpticaleMaterialseExpressTH2014TH]THZaa[ 2.6 6

262 }xWxxHinvσstiωαtionHoχHthσHγonγσntrαtionHσχχσγtsHonHthσHsσγonπUorπσrHnonlinσαrHoptiγαlH
rσsponsσsHoχHsolutionsVHJournaleofeChemicalePhysicsTH2014THY]YTHZ[]YX] 3.9 18

261 winσαrHαnπHnonlinσαrHoptiγαlHpropσrtiσsHoχHαrylvinylπiαzinσHπyσseHlHthσorσtiγαlHinvσstiωαtionVHDyese
andePigmentsTH2014THYYXTHZ`aUZaX 4.6 34

(2014-2014)
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260 tmplσmσntαtionHinHthσH{yviβZHproωrαmHoχHthσHloγαlizσπHmoπσHmσthoπHαnπHαppliγαtionHtoHαHhσliγσnσVH
HighlightseineTheoreticaleChemistryTH2014THZZ`UZ[d

259
oirαπiγαloloωyHinHthirπUorπσrHnonlinσαrHoptiγαlHsystσmseH’σγonπHhypσrpolαrizαβilitiσsHoχH
αγσtylσnσUlinkσπHphσnαlσnylUβαsσπHsupσrpolyσnσsVHInternationaleJournaleofeQuantumeChemistryTH
2013THYY[TH`c`U`dY

2.1 3

258 ’nnUoq–mHγαlγulαtionHoχHthσHstαtiγHχirstHhypσrpolαrizαβilityeHχromHωαsHphαsσHmolσγulσsHtoH
χunγtionαlizσπHsurχαγσsVHJournaleofeChemicalePhysicsTH2013THY[cTHZX]YXb 3.9 13

257
tnHsituHnitroxiπσUmσπiαtσπHpolymσrizαtionHoχHstyrσnσHpromotσπHβyHthσH
yUtσrtUβutylU˛–UisopropylnitronσWβpoHpαireHp’†HinvσstiωαtionsVHJournaleofePolymereScienceeParteATH
2013TH`YTHYbcaUYbd`

2.5 2

256 oσsiωnHαnπHγhαrαγtσrizαtionHoχHmolσγulαrHnonlinσαrHoptiγαlHswitγhσsVHAccountseofeChemicaleResearchTH
2013TH]aTHZa`aUa` 24.3 253

255 oirαπiγαlHγhαrαγtσrHπσpσnπσnγσsHoχHthσHχirstHαnπHsσγonπHhypσrpolαrizαβilitiσsHoχHαsymmσtriγH
opσnUshσllHsinωlσtHsystσmsVHJournaleofeChemicalePhysicsTH2013THY[cTHZ]][Xa 3.9 43

254 –hσorσtiγαlHstuπyHonHthσHπirαπiγαlHγhαrαγtσrsHαnπHthirπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχH
trαnsitionUmσtαlHhσtσroπinuγlσαrHsystσmsVHChemicalePhysicseLettersTH2013TH`bdTHb[Ubb 2.5 6

253
 iβrαtionαlHsumUχrσquσnγyHωσnσrαtionHαγtivityHoχHαHZT]UπinitrophσnylHphospholipiπHhyβriπHβilαyσreH
rσtriσvinωHoriσntαtionαlHpαrαmσtσrsHχromHαHoq–HαnαlysisHoχHσxpσrimσntαlHπαtαVHChemPhysChemTH
2013THY]THYZZbU[a

3.2 6

252 –rivαlσntHorωαnophosphorusHrσαωσntHinπuγσπHpinαγolHrσαrrαnωσmσntHoχH
]sUγyγlopσntαöZTYUβe[T]UβjüπithiophσnU]UonσVHTetrahedroneLettersTH2013TH`]TH`ZaU`Zd 2 5

251 –hσorσtiγαlHstuπyHonHthσHπirαπiγαlHγhαrαγtσrsHαnπHthirπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHγyγliγH
thiαzylHπirαπiγαlHγompounπsVHChemicalePhysicseLettersTH2013TH`c`THYYZUYYa 2.5 14

250 pquαtoriαlHliωαnπHσχχσγtsHonHthσHπirαπiγαlHγhαrαγtσrHπσpσnπσnγσHoχHthσHsσγonπHhypσrpolαrizαβilitiσsH
oχHopσnUshσllHsinωlσtHtrαnsitionUmσtαlHπinuγlσαrHγomplσxσsVHChemicalePhysicseLettersTH2013TH`bXTHb`Ubd 2.5 10

249 tmprovinωHthσHsσγonπUorπσrHnonlinσαrHoptiγαlHrσsponsσHoχHχluorσsγσntHprotσinseHthσHsymmσtryH
αrωumσntVHJournaleofetheeAmericaneChemicaleSocietyTH2013THY[`TH]XaYUd 16.4 44

248 —nπσrstαnπinωHthσH’σγonπUzrπσrHyonlinσαrHzptiγαlH{ropσrtiσsHoχHznσUoimσnsionαlH†uthσniumPttQH
lmminσHnomplσxσsVHJournaleofePhysicaleChemistryeCTH2013THYYbTHYc[[UYc]c 3.8 25

247 qinπinωHoptimαlHχinitσHχiσlπHstrσnωthsHαllowinωHχorHαHmαximumHoχHprσγisionHinHthσHγαlγulαtionHoχH
polαrizαβilitiσsHαnπHhypσrpolαrizαβilitiσsVHJournaleofeComputationaleChemistryTH2013TH[]THY]dbU`Xb 3.5 35

246 –hσorσtiγαlHinvσstiωαtionHoχHthσHχirstHhypσrpolαrizαβilityHrσπoxUswitγhinωHinHαHruthσniumHγomplσxVH
ChemicalePhysicseLettersTH2013TH`b]TH]ZU]a 2.5 14

245 nhαllσnωinωHγompounπsHχorHγαlγulαtinωHhypσrpolαrizαβilitiσseHpUquinoπimσthαnσHπσrivαtivσsVHJournale
ofePhysicaleChemistryeATH2013THYYbTH]bXdUY` 2.8 28

244 †σαγtionHoχH]sUγyγlopσntαöZTYUβe[T]UβjüπithiophσnσsHwithHym’â��αHroutσHtowαrπH
ZsUγyγlopσntαöZTYUβe[T]UβjüπithiophσnσUZTaP]sQUπionσsVHTetrahedronTH2013THadTHZZaXUZZab 2.4 5

243 –hσorσtiγαlHinsiωhtHintoHthσHinσlαstiγHσlσγtronHtunnσlinωHspσγtrαHoχHαnHαnilHπσrivαtivσVHJournaleofe
PhysicaleChemistryeATH2013THYYbTHYZbc[Ud` 2.8 3

Benoˆfit ˆ�t Champagne
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242 tnvσstiωαtionHoχHthσHlinσαrHαnπHsσγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHmolσγulαrHγrystαlsH
withinHthσHloγαlHχiσlπHthσoryVHJournaleofeChemicalePhysicsTH2013THY[dTHYY]YX` 3.9 36

241 mσtαHshσσtsHwithHαHtwisteHthσHγonχormαtionHoχHhσliγαlHpolyisoγyαnopσptiπσsHπσtσrminσπHβyHusinωH
viβrαtionαlHγirγulαrHπiγhroismVHChemistryeseAeEuropeaneJournalTH2013THYdTHY[YacUb] 4.8 15

240
–unσπHlonωUrαnωσHγorrσγtσπHπσnsityHχunγtionαlHthσoryHmσthoπHχorHσvαluαtinωHthσHsσγonπH
hypσrpolαrizαβilitiσsHoχHopσnUshσllHsinωlσtHmσtαlâ��mσtαlHβonπσπHsystσmsVHChemicalePhysicseLettersTH
2012TH`Z[THaXUa]

2.5 10

239 pnhαnγσmσntHoχHthσHsσγonπHhypσrpolαrizαβilityHβyHπˇ�HσlσγtronsHinHonσUπimσnsionαlHtσtrαmσtαlliγH
trαnsitionUmσtαlHsystσmsVHChemicalePhysicseLettersTH2012TH`ZbTHYYUY` 2.5 8

238 yαnostruγturσπHnoγrystαlsHoχHαHmorαzinσHwithHöaXüqullσrσnσVHChemistryeLettersTH2012TH]YTHYZYXUYZYZ 1.7 7

237 –hσHzππHplσγtronHoσnsityHtsHthσHruiπσHtowαrπHlγhiσvinωHzrωαniγHxolσγulσsHwithHriωαntiγH
–hirπUzrπσrHyonlinσαrHzptiγαlH†σsponsσsVHJournaleofePhysicaleChemistryeLettersTH2012TH[TH[[[cU[[]Z 6.4 19

236
–hσorσtiγαlHtnsiωhtHintoHthσH’σγonπUzrπσrHywzH†σsponsσHoχHthσH
mis{]UöZUP]UpyriπylQσthσnylüβσnzoαto}UzinγPttQHxσtαlâ��zrωαniγHqrαmσworkVHJournaleofePhysicale
ChemistryeCTH2012THYYaTHZYdb[UZYdcY

3.8 21

235
pnhαnγσmσntHoχHthσHthirπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHinHopσnUshσllHsinωlσtHtrαnsitionUmσtαlH
πinuγlσαrHsystσmseHσχχσγtsHoχHthσHωroupTHoχHthσHpσrioπTHαnπHoχHthσHγhαrωσHoχHthσHmσtαlHαtomVHJournale
ofePhysicaleChemistryeATH2012THYYaTH``XYUd

2.8 24

234 –hσorσtiγαlHoσsiωnHoχHthσHxolσγulαrH’truγturσHoχHmσntUnorσHxσsoωσnsHwithHwαrωσH’σγonπUzrπσrH
yonlinσαrHzptiγαlH{ropσrtiσsVVHJournaleofePhysicaleChemistryeCTH2012THYYaTHb``ZUb`aX 3.8 16

233
tmpαγtHoχHlntiπotH’truγturσHonHthσHxultirαπiγαlHnhαrαγtσrsTHlromαtiγitiσsTHαnπH–hirπUzrπσrH
yonlinσαrHzptiγαlH{ropσrtiσsHoχHsσxαωonαlHrrαphσnσHyαnoχlαkσsVHJournaleofePhysicaleChemistryeCTH
2012THYYaTHYbbcbUYbbd`

3.8 58

232 –owαrπsHmoπσllinωHthσHviβrαtionαlHsiωnαturσsHoχHχunγtionαlizσπHsurχαγσseHγαrβoxyliγHαγiπsHonH
sU’iPYYYQHsurχαγσsVHJournaleofePhysicseCondensedeMatterTH2012THZ]THYZ]YYY 1.8 5

231 †σχσrσnγσHmolσγulσsHχorHnonlinσαrHoptiγseHαHjointHσxpσrimσntαlHαnπHthσorσtiγαlHinvσstiωαtionVH
JournaleofeChemicalePhysicsTH2012THY[aTHXZ]`Xa 3.9 120

230 pnhαnγσπHtntrαmolσγulαrHnhαrωσH–rαnsχσrHinHyσwH–ypσHoonorâ��lγγσptorH’uβstitutσπH{σrylσnσsVH
JournaleofePhysicaleChemistryeCTH2012THYYaTHZZbYYUZZbYd 3.8 18

229 yonlinσαrHoptiγαlHmolσγulαrHswitγhσsHαsHsσlσγtivσHγαtionHsσnsorsVHJournaleofetheeAmericaneChemicale
SocietyTH2012THY[]THcYXYU[ 16.4 213

228 tmplσmσntαtionHinHthσH{yviβZHproωrαmHoχHthσHloγαlizσπHmoπσHmσthoπHαnπHαppliγαtionHtoHαHhσliγσnσVH
TheoreticaleChemistryeAccountsTH2012THY[YTHY 1.9 19

227
lssσssmσntHoχHoq–HpxγhαnωσUnorrσlαtionHqunγtionαlsHχorHpvαluαtinωHthσHxultipolαrHnontriβutionsH
toHthσH}uαπrαtiγHyonlinσαrHzptiγαlH†σsponsσsHoχH’mαllH†σχσrσnγσHxolσγulσsVHJournaleofeChemicale
TheoryeandeComputationTH2012THcTHZX]]U`Z

6.4 42

226
qullHγonχiωurαtionHintσrαγtionHγαlγulαtionsHoχHthσHsσγonπHhypσrpolαrizαβilitiσsHoχHthσHs]HmoπσlH
γompounπeHsummαtionUovσrUstαtσsHαnαlysisHαnπHintσrplαyHwithHπirαπiγαlHγhαrαγtσrsVHJournaleofe
ChemicalePhysicsTH2012THY[aTHXZ][Y`

3.9 17

225 qunγtionαlizσπHoithiσnylthiαzoloö`T]UπüthiαzolσsHqorH’olutionU{roγσssαβlσHzrωαniγHqiσlπUpχχσγtH
–rαnsistorsVHChemPlusChemTH2012THbbTHdZ[Ud[X 2.8 10

(2012-2013)

11



224 lmylosσâ�� αnillinHnomplσxαtionHlssσssσπHβyHαHuointHpxpσrimσntαlHαnπH–hσorσtiγαlHlnαlysisVHJournale
ofePhysicaleChemistryeCTH2011THYY`THZ[[Y`UZ[[ZZ 3.8 19

223
’izσHπσpσnπσnγσsHoχHthσHπirαπiγαlHγhαrαγtσrHαnπHthσHsσγonπHhypσrpolαrizαβilitiσsHinH
πiγyγlopσntαUχusσπHαγσnσseHrσlαtionshipsHwithHthσirHαromαtiγityWαntiαromαtiγityVHPhysicaleChemistrye
ChemicalePhysicsTH2011THY[THZX`b`Uc[

3.6 64

222
zriωinHoχHthσHpnhαnγσmσntHoχHthσH’σγonπHsypσrpolαrizαβilitiσsHinHzpσnU’hσllH’inωlσtH
–rαnsitionUxσtαlH’ystσmsHwithHxσtαlâ��xσtαlHxultiplσHmonπsVHJournaleofePhysicaleChemistryeLettersTH
2011THZTHZXa[UZXaa

6.4 36

221 –hirπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHopσnUshσllHsupσrmolσγulαrHsystσmsHγomposσπHoχH
αγσtylσnσHlinkσπHphσnαlσnylHrαπiγαlsVHJournaleofePhysicaleChemistryeATH2011THYY`THcbabUbb 2.8 30

220 PsypσrQpolαrizαβilityHπσnsityHαnαlysisHχorHopσnUshσllHmolσγulαrHsystσmsHβαsσπHonHnαturαlHorβitαlsH
αnπHoγγupαtionHnumβσrsVHTheoreticaleChemistryeAccountsTH2011THY[XTHbYYUbZ] 1.9 114

219 –hσorσtiγαlHαssσssmσntHoχHnσwHmolσγulσsHχorHsσγonπUorπσrHnonlinσαrHoptiγsVHInternationaleJournale
ofeQuantumeChemistryTH2011THYYYTHY`c[UY`d` 2.1 11

218
nαlγulαtinωHthσHsσγonπUorπσrHnonlinσαrHoptiγαlHsusγσptiβilitiσsHoχH[UmσthylU]UnitropyriπinσHyUoxiπσTH
ZUγαrβoxyliγHαγiπU]UnitropyriπinσUYUoxiπσTHZUmσthylU]UnitroαnilinσTHαnπHmUnitroαnilinσHγrystαlsVH
InternationaleJournaleofeQuantumeChemistryTH2011THYYYTHccXUcdX

2.1 13

217 zpσnUshσllHγhαrαγtσrsHαnπHsσγonπHhypσrpolαrizαβilitiσsHoχHonσUπimσnsionαlHωrαphσnσHnαnoχlαkσsH
γomposσπHoχHtriωonαlHωrαphσnσHunitsVHChemPhysChemTH2011THYZTHYadbUbXb 3.2 45

216
pχχσγtsHoχHthσHnαturσHαnπHlσnωthHoχHthσHˇ�UγonjuωαtσπHβriπωσHonHthσHsσγonπUorπσrHnonlinσαrHoptiγαlH
rσsponsσsHoχHpushUpullHmolσγulσsHinγluπinωH]T`UπiγyαnoimiπαzolσHαnπHthσirHprotonαtσπHχormsVH
ChemPhysChemTH2011THYZTH[Z]`U`Z

3.2 43

215 qromHmolσγulαrHtoHmαγrosγopiγHσnωinσσrinωeHshαpinωHhyπroωσnUβonπσπHorωαniγHnαnomαtσriαlsVH
ChemistryeseAeEuropeaneJournalTH2011THYbTH[ZaZUb[ 4.8 28

214
riαntHpnhαnγσmσntHoχHthσH’σγonπHsypσrpolαrizαβilitiσsHoχHzpσnU’hσllH’inωlσtH{olyαromαtiγH
oiphσnαlσnylHoirαπiγαloiπsHβyHαnHpxtσrnαlHplσγtriγHqiσlπHαnπHoonorâ��lγγσptorH’uβstitutionVHJournale
ofePhysicaleChemistryeLettersTH2011THZTHYXd]UYXdc

6.4 104

213 plσγtronHγorrσlαtionHσχχσγtsHonHthσHχirstHhypσrpolαrizαβilityHoχHpushUpullHˇ�UγonjuωαtσπHsystσmsVH
JournaleofeChemicalePhysicsTH2011THY[]THXb]YY[ 3.9 152

212
pnhαnγσmσntHoχHsσγonπHhypσrpolαrizαβilitiσsHinHopσnUshσllHsinωlσtHslippσπUstαγkHπimσrsHγomposσπH
oχHsquαrσHplαnαrHniγkσlHγomplσxσsHinvolvinωHoUsσmiquinonαtoHtypσHliωαnπsVHJournaleofePhysicale
ChemistryeATH2011THYY`THYYYbUZ]

2.8 19

211 –hσorσtiγαlHinvσstiωαtionHoχH†αmαnHoptiγαlHαγtivityHsiωnαturσsHoχH–rˆ¶ωσrOsHβαsσVHJournaleofePhysicale
ChemistryeATH2011THYY`THY[bXaUY[ 2.8 5

210 yzywtypl†Hz{–tnlwH{†z{p†–tp’HzqHm’–†lWmp††ÖHlyoHmnsp††ÖHqz†H’pnzyoHsl†xzytnH
txlrtyrVHJournaleofeNonlineareOpticalePhysicseandeMaterialsTH2010THYdTHYUY[ 0.8 6

209 †αmαnHzptiγαlHlγtivityH’tuπyHoχHthσH’iωnαturσsHlssoγiαtσπHtoHP–rQyHαnπHPrrQyHnonχormαtionsHoχH
tsotαγtiγH{olypropylσnσHnhαinsHusinωHxoπσHwoγαlizαtionHxσthoπH2010TH 1

208 wonωUrαnωσHγorrσγtσπHπσnsityHχunγtionαlHthσoryHstuπyHonHstαtiγHsσγonπHhypσrpolαrizαβilitiσsHoχH
sinωlσtHπirαπiγαlHsystσmsVHJournaleofeChemicalePhysicsTH2010THY[ZTHXd]YXb 3.9 74

207 lHthrσσUstσpHsynthσtiγHαpproαγhHtoHαsymmσtriγαllyHχunγtionαlizσπH
]sUγyγlopσntαöZTYUβe[T]UβOüπithiophσnσsVHJournaleofeOrganiceChemistryTH2010THb`THbZXZUd 4.2 23

Benoˆfit ˆ�t Champagne
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206 ’inωlσtHoirαπiγαlHnhαrαγtσrHχromHpxpσrimσntVHJournaleofePhysicaleChemistryeLettersTH2010THYTHd[bUd]X 6.4 154

205 –hσorσtiγαlHnαlγulαtionsHαnπHpxpσrimσntαlHxσαsurσmσntsHoχHthσH iβrαtionαlH†σsponsσHoχHpUy–{H
’lxseHlnHzriσntαtionαlHlnαlysisVHJournaleofePhysicaleChemistryeCTH2010THYY]TH]YXaU]YY[ 3.8 24

204
tnvσstiωαtionHoχHthσHrσsonαnγσH†αmαnHspσγtrαHαnπHσxγitαtionHproχilσsHoχHαHmonomσtαlliγH
ruthσniumPttQHö†uPβpyQZPsl–QüZSHγomplσxHβyHtimσUπσpσnπσntHπσnsityHχunγtionαlHthσoryVHJournaleofe
PhysicaleChemistryeBTH2010THYY]TH`YYUZX

3.4 28

203
lnαlysisHoχHviβrαtionαlH†αmαnHoptiγαlHαγtivityHsiωnαturσsHoχHthσHP–rQPyQHαnπHPrrQPyQHγonχormαtionsH
oχHisotαγtiγHpolypropylσnσHγhαinsHinHtσrmsHoχHloγαlizσπHmoπσsVHJournaleofePhysicaleChemistryeATH2010TH
YY]THbYdcUZYZ

2.8 20

202 nomβinσπHσxpσrimσntαlHαnπHthσorσtiγαlHstuπyHonHthσH†αmαnHαnπH†αmαnHoptiγαlHαγtivityHsiωnαturσsH
oχHpσntαmσthylunπσγαnσHπiαstσrσoisomσrsVHJournaleofePhysicaleChemistryeBTH2010THYY]THYYb`[UaX 3.4 11

201 †inωHnurrσntHxoπσlHαnπHlnisotropiγHxαωnσtiγH†σsponsσHoχHnyγlopropαnσVHJournaleofeChemicale
TheoryeandeComputationTH2010THaTHZXXZUYc 6.4 58

200 znHthσHlromαtiγHnhαrαγtσrHoχHYTZUoihyπroUYTZUαzαβorinσHlγγorπinωHtoHxαωnσtiγHnritσriαVHJournaleofe
PhysicaleChemistryeLettersTH2010THYTHY`a[UY`ac 6.4 49

199 yonlinσαrHoptiγαlHpropσrtiσsHoχHχlαvyliumHsαltseHαHquαntumHγhσmiγαlHstuπyVHJournaleofePhysicale
ChemistryeATH2010THYY]THc]b]Ud 2.8 19

198 riαntHσlσγtriγHχiσlπHσχχσγtHonHthσHsσγonπHhypσrpolαrizαβilityHoχHsymmσtriγHsinωlσtHπirαπiγαlH
molσγulσsVHJournaleofeChemicalePhysicsTH2010THY[[THY`][XZ 3.9 35

197 –hσorσtiγαlHαnπHσxpσrimσntαlHinvσstiωαtionHoχHthσHstruγturαlHαnπHspσγtrosγopiγHpropσrtiσsHoχH
γoumαrinH[][HχluoroionophorσsVHPhysicaleChemistryeChemicalePhysicsTH2010THYZTHY]YbZUcb 3.6 23

196 pxtσnπσπH’ystσmsHinHplσγtrostαtiγHqiσlπsVHZeitschrifteFurePhysikalischeeChemieTH2010THZZ]THaYbUa[X 3.1 2

195 ’ynthσsisHαnπHγhαrαγtσrizαtionHoχHtσrαnthσnσeHαHsinωlσtHβirαπiγαlHpolyγyγliγHαromαtiγHhyπroγαrβonH
hαvinωHvσkulˆ'HstruγturσsVHJournaleofetheeAmericaneChemicaleSocietyTH2010THY[ZTHYYXZYU[ 16.4 249

194 ’olvσntHpχχσγtsHonHthσH’σγonπUzrπσrHyonlinσαrHzptiγαlH†σsponsσsHinHthσHvσtoâ��pnolHpquiliβriumHoχH
αHZUsyπroxyUYUnαphthαlπσhyπσHoσrivαtivσVHJournaleofePhysicaleChemistryeCTH2010THYY]THYZbaXUYZbac 3.8 57

193 lHjointHthσorσtiγαlHαnπHσxpσrimσntαlHinvσstiωαtionHonHthσHY[nHαnπHYsHyx†HγhσmiγαlHshiχtsHoχH
γoumαrinHπσrivαtivσsVHTheoreticaleChemistryeAccountsTH2010THYZ`TH]aYU]bX 1.9 6

192
plσγtrostαtiγHmoπσlinωHoχHthσHlinσαrHoptiγαlHsusγσptiβilitiσsHoχHZUmσthylU]UnitroαnilinσTH
mUnitroαnilinσTH[UmσthylU]UnitropyriπinσHyUoxiπσHαnπHZUγαrβoxyliγHαγiπU]UnitropyriπinσUYUoxiπσH
γrystαlsVHChemicalePhysicseLettersTH2010TH]cbTHZ`aUZaZ

2.5 23

191 ’iωnαturσHoχHmultirαπiγαlHγhαrαγtσrHinHsσγonπHhypσrpolαrizαβilitiσsHoχHrσγtαnωulαrHωrαphσnσH
nαnoχlαkσsVHChemicalePhysicseLettersTH2010TH]cdTHZYZUZYc 2.5 88

190
lpproximαtσHspinUprojσγtσπHspinUunrσstriγtσπHπσnsityHχunγtionαlHthσoryHmσthoπeHlppliγαtionHtoHthσH
πirαπiγαlHγhαrαγtσrHπσpσnπσnγσsHoχHthσHPhypσrQpolαrizαβilitiσsHinHpUquinoπimσthαnσHmoπσlsVH
ChemicalePhysicseLettersTH2010TH`XYTHY]XUY]`

2.5 30

189 zriσntαtionαlHαnαlysisHoχHπoπσγαnσthiolHαnπHpUnitrothiophσnolH’lxsHonHmσtαlsHwithH
polαrisαtionUπσpσnπσntH’qrHspσγtrosγopyVHChemPhysChemTH2010THYYTHaXbUY` 3.2 34

(2010-2010)
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188
’ymmσtriγαlHαnπHnonsymmσtriγαlHγhromophorσsHwithH–rˆ¶ωσrOsHβαsσHskσlσtoneHγhiroptiγαlTHlinσαrTH
αnπHquαπrαtiγHnonlinσαrHoptiγαlHpropσrtiσsUUαHjointHthσorσtiγαlHαnπHσxpσrimσntαlHstuπyVHChemistryeseAe
EuropeaneJournalTH2010THYaTHcYcYUdX

4.8 51

187 pwpn–†zytnHlyoH tm†l–tzylwH{zwl†télmtwt–tp’HzqHm—nvxty’–p†q—wwp†pypVHBulletineDese
Sociˆ'tˆ'seChimiqueseBelgesTH2010THYX[THY[`UY]Y 1

186 ’σlσγtivσHπσtσγtionHoχHthσHαntiωσniγHpolαrHhσαπsHoχHmoπσlHlipiπHmσmβrαnσsHsupportσπHonHmσtαlsH
χromHthσirHviβrαtionαlHnonlinσαrHoptiγαlHrσsponsσVHChemicalePhysicseLettersTH2010TH]cdTHYZUY` 2.5 8

185
–hσorσtiγαlHinvσstiωαtionHonHthσHsσγonπHhypσrpolαrizαβilitiσsHoχHopσnUshσllHsinωlσtHsystσmsHβyH
spinUunrσstriγtσπHπσnsityHχunγtionαlHthσoryHwithHlonωUrαnωσHγorrσγtioneH†αnωσHsσpαrαtinωH
pαrαmσtσrHπσpσnπσnγσVHChemicalePhysicseLettersTH2010TH]d[THYd`UYdd

2.5 56

184 xultimoπσHsimulαtionHoχHπimσrHαβsorptionHspσγtrαHχromHχirstHprinγiplσsHγαlγulαtionseHαppliγαtionHtoH
thσH[T]TdTYXUpσrylσnσtσtrαγαrβoxyliγHπiimiπσHπimσrVHJournaleofeChemicalePhysicsTH2009THY[YTHY`][XZ 3.9 46

183 plσγtrostαtiγHintσrαγtionHsγhσmσsHχorHσvαluαtinωHthσHpolαrizαβilityHoχHsiliγonHγlustσrsVHJournaleofe
ChemicalePhysicsTH2009THY[XTHY[]bY` 3.9 30

182 –woUwαyHmolσγulαrHswitγhσsHwithHlαrωσHnonlinσαrHoptiγαlHγontrαstVHChemistryeseAeEuropeaneJournalTH
2009THY`THZ`aXUbY 4.8 121

181 –hσorσtiγαlHsimulαtionHoχHviβrαtionαlHsumUχrσquσnγyHωσnσrαtionHspσγtrαHχromHπσnsityHχunγtionαlH
thσoryeHαppliγαtionHtoHpUnitrothiophσnolHαnπHZT]UπinitroαnilinσVHChemPhysChemTH2009THYXTHZY[ZU]Z 3.2 32

180  iβrαtionαlH†αmαnHoptiγαlHαγtivityHoχHpiUγonjuωαtσπHhσliγαlHsystσmseHhσxαhσliγσnσHαnπH
hσtσrohσliγσnσsVHJournaleofeComputationaleChemistryTH2009TH[XTHYZaYUbc 3.5 30

179 –hirπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHtriωonαlTHrhomβiγHαnπHβowUtiσHωrαphσnσHnαnoχlαkσsHwithH
stronωHstruγturαlHπσpσnπσnγσHoχHπirαπiγαlHγhαrαγtσrVHChemicalePhysicseLettersTH2009TH]cXTHZbcUZc[ 2.5 47

178
{olαrizαβilitiσsHαnπHsσγonπHhypσrpolαrizαβilitiσsHoχHhyπroωσnHγhαinsHusinωHthσH
spinUγomponσntUsγαlσπHxˆ‚llσrâ��{lσssσtHsσγonπUorπσrHmσthoπVHInternationaleJournaleofeQuantume
ChemistryTH2009THYXdTH[YX[U[YYY

2.1 21

177 –hσorσtiγαlHinvσstiωαtionHonHthσHpolαrizαβilityHαnπHsσγonπHhypσrpolαrizαβilityHoχHpolysilolσVHChemicale
PhysicseLettersTH2009TH]bYTHYYYUYY` 2.5 32

176 plσγtronHπonorHsolvσntHσχχσγtsHonHthσHPhypσrQpolαrizαβilitiσsHoχHαHsinωlσtHπirαπiγαlHmolσγulσH
involvinωHαHβoronHαtomVHChemicalePhysicseLettersTH2009TH]bbTH[XdU[Y] 2.5 9

175 –hσorσtiγαlHstuπyHonHthirπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHinHhσxαωonαlHωrαphσnσHnαnoχlαkσseH
pπωσHshαpσHσχχσγtVHChemicalePhysicseLettersTH2009TH]bbTH[``U[`d 2.5 68

174 pχχσγtHoχHthσHπynαmiγαlHπisorπσrHonHthσHsσγonπUorπσrHnonlinσαrHoptiγαlHrσsponsσsHoχH
hσliγityUσnγoπσπHpolymσrHstrαnπsVHJournaleofePhysicaleChemistryeATH2009THYY[THa``ZU] 2.8 25

173 ’σlχUlssσmβlσπHqilmHzrωαnizαtionHinHqαstHxiγroγontαγtH{rintinωHtnvσstiωαtσπHβyH’umHqrσquσnγyH
rσnσrαtionH’pσγtrosγopyVHJournaleofePhysicaleChemistryeCTH2009THYY[THdc`bUdca] 3.8 13

172 nonχormαtionUγontrollσπHnσtworkinωHoχHsUβonπσπHαssσmβliσsHonHsurχαγσsVHChemicale
CommunicationsTH2009TH[`Z`Ub 5.8 17

171 –hσorσtiγαlHinvσstiωαtionHoχHthσHπynαmiγHχirstHhypσrpolαrizαβilityHoχHoslâ�� sqHmolσγulαrHswitγhσsVH
NeweJournaleofeChemistryTH2009TH[[THY[]d 3.6 54

Benoˆfit ˆ�t Champagne

14



170 ’σγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHχluorσsγσntHprotσinsHχorHsσγonπUhαrmoniγHimαωinωVH
JournaleofeMaterialseChemistryTH2009THYdTHb`Y] 35

169 †σmαrkαβlσHtwoUphotonHαβsorptionHinHopσnUshσllHsinωlσtHsystσmsVHJournaleofeChemicalePhysicsTH2009
THY[YTHYY][Ya 3.9 49

168 yonlinσαrHoptiγαlHpropσrtiσsHoχHphotoswitγhαβlσHχluorσsγσntHprotσinsH2009TH 1

167 lHjoinσπHthσorσtiγαlUσxpσrimσntαlHinvσstiωαtionHonHthσHYsHαnπHY[nHyx†HsiωnαturσsHoχHπσχσγtsHinH
polyPvinylHγhloriπσQVHJournaleofePhysicaleChemistryeBTH2008THYYZTHY]cX]UYc 3.4 32

166
nαlγulαtionHoχHσlσγtriγHπipolσHPhypσrQpolαrizαβilitiσsHβyHlonωUrαnωσUγorrσγtionHsγhσmσHinHπσnsityH
χunγtionαlHthσoryeHαHsystσmαtiγHαssσssmσntHχorHpolyπiαγσtylσnσHαnπHpolyβutαtriσnσHoliωomσrsVH
JournaleofeChemicalePhysicsTH2008THYZcTHYY]YXc

3.9 107

165 tnHsiliγoHoptimizαtionHoχHmσroγyαninσUspiropyrαnHγompounπsHαsHsσγonπUorπσrHnonlinσαrHoptiγαlH
molσγulαrHswitγhσsVHPhysicaleChemistryeChemicalePhysicsTH2008THYXTHaZZ[U[Z 3.6 113

164 –hσorσtiγαlHαnπHpxpσrimσntαlHtnvσstiωαtionHoχHplσγtriγHqiσlπHtnπuγσπH’σγonπHsαrmoniγHrσnσrαtionH
inH–σtrαthiαöbühσliγσnσsVHJournaleofePhysicaleChemistryeCTH2008THYYZTHbdXXUbdXb 3.8 96

163
uointHthσorσtiγαlHσxpσrimσntαlHinvσstiωαtionHoχHthσHσlσγtronHspinHrσsonαnγσHspσγtrαHoχHnitroxylH
rαπiγαlseHαppliγαtionHtoHintσrmσπiαtσsHinHinHsituHnitroxiπσHmσπiαtσπHpolymσrizαtionHPinHsituHyx{QHoχH
vinylHmonomσrsVHJournaleofePhysicaleChemistryeBTH2008THYYZTHYX][ZU]Z

3.4 9

162 ’tronωH–woU{hotonHnirγulαrHoiγhroismHinHsσliγσnσseHHlH–hσorσtiγαlHtnvσstiωαtionVHJournaleofe
ChemicaleTheoryeandeComputationTH2008TH]TH]`bUab 6.4 38

161 –hσorσtiγαlHinvσstiωαtionHonHthσHlinσαrHαnπHnonlinσαrHsusγσptiβilitiσsHoχHurσαHγrystαlVHJournaleofe
ChemicalePhysicsTH2008THYZcTHZ]]bY[ 3.9 21

160
{rσπiγtionHoχH iβroniγHnouplinωHαnπHlβsorptionH’pσγtrαHoχHoimσrsHχromH–imσUoσpσnπσntHoσnsityH
qunγtionαlH–hσoryeH–hσHnαsσHoχHαH’tαγkσπH’trσptoγyαninσVHJournaleofeChemicaleTheoryeande
ComputationTH2008TH]THZXd]UYXX

6.4 34

159 –hσorσtiγαlHstuπyHonHsσγonπHhypσrpolαrizαβilitiσsHoχHsinωlσtHπirαπiγαlHsquαrσHplαnαrHniγkσlH
γomplσxσsHinvolvinωHoUsσmiquinonαtoHtypσHliωαnπsVHJournaleofePhysicaleChemistryeATH2008THYYZTHc]Z[Ud 2.8 47

158 ’σγonπUhαrmoniγHωσnσrαtionHinHrq{UlikσHprotσinsVHJournaleofetheeAmericaneChemicaleSocietyTH2008TH
Y[XTHY`bY[Ud 16.4 58

157 †σsonαnγσH†αmαnHsγαttσrinωHoχHrhoπαminσHarHαsHγαlγulαtσπHβyHtimσUπσpσnπσntHπσnsityHχunγtionαlH
thσoryeHviβroniγHαnπHsolvσntHσχχσγtsVHJournaleofePhysicaleChemistryeATH2008THYYZTH[ZY`UZ[ 2.8 74

156 †ototrαnslαtionαlHsumHrulσsHχorHσlσγtromαωnσtiγHhypσrshiσlπinωHαtHthσHnuγlσiHαnπHrσlαtσπHαtomiγH
nαrtσsiαnHπσrivαtivσsHoχHthσHoptiγαlHrotαtoryHpowσrVHJournaleofeChemicalePhysicsTH2008THYZcTHZ]]YXb 3.9 2

155 lβHinitioHinvσstiωαtionHonHthσHnonlinσαrHoptiγαlHpropσrtiσsHoχHsiliγonHγlustσrsH’inHPnh[â��cQVHJournaleofe
ComputationaleMethodseineScienceseandeEngineeringTH2008THbTHZdbU[X] 0.3 2

154 †σsonαnγσH†αmαnHspσγtrαHαnπH†αmαnHσxγitαtionHproχilσsHoχHrhoπαminσHarHχromHtimσUπσpσnπσntH
πσnsityHχunγtionαlHthσoryVHChemPhysChemTH2008THdTHYaabUd 3.2 30

153 –hσorσtiγαlHstuπyHonHthσHsσγonπHhypσrpolαrizαβilityHoχHopσnUshσllHsinωlσtHonσUπimσnsionαlHsystσmsH
withHαHγhαrωσπHπσχσγtVHChemicalePhysicseLettersTH2008TH]`YTHYYYUYY` 2.5 12

(2008-2009)
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152 tntσrmolσγulαrHintσrαγtionHσχχσγtsHonHthσHsσγonπHhypσrpolαrizαβilityHoχHopσnUshσllHsinωlσtH
πiphσnαlσnylHrαπiγαlHπimσrVHChemicalePhysicseLettersTH2008TH]`]THdbUYX] 2.5 34

151 –hσorσtiγαlHstuπyHoχHthirπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHinHsquαrσHnαnoωrαphσnσsHwithH
opσnUshσllHsinωlσtHωrounπHstαtσsVHChemicalePhysicseLettersTH2008TH]abTHYZXUYZ` 2.5 93

150 yαphthiπinσHπiPrαπiγαlHγαtionQsUstαβilizσπHpαllαπiumHnαnopαrtiγlσsHχorHσχχiγiσntHγαtαlytiγH
’uzukiâ��xiyαurαHγrossUγouplinωHrσαγtionsVHTetrahedronTH2008THa]TH[bZU[cY 2.4 57

149 tnvσstiωαtionHonHthσH’σγonπUzrπσrHyonlinσαrHzptiγαlH†σsponsσsHinHthσHvσtoâ��pnolHpquiliβriumHoχH
lnilHoσrivαtivσsVHJournaleofePhysicaleChemistryeCTH2008THYYZTH`a[cU`a]` 3.8 74

148 –hσorσtiγαlHinvσstiωαtionHoχHthσHp{†HhypσrχinσHγouplinωHγonstαntsHinHαminoHπσrivαtivσsVHPhysicale
ChemistryeChemicalePhysicsTH2007THdTHcZcU[a 3.6 16

147 nirγulαrHπiγhroismHoχHhσliγαlHstruγturσsHusinωHsσmiσmpiriγαlHmσthoπsVHJournaleofeChemicalePhysicsTH
2007THYZbTHZX]YXY 3.9 30

146 qinitσUqiσlπH’pinUqlipHnonχiωurαtionHtntσrαγtionHnαlγulαtionHoχHthσH’σγonπHsypσrpolαrizαβilitiσsHoχH
’inωlσtHoirαπiγαlH’ystσmsVHJournaleofeChemicaleTheoryeandeComputationTH2007TH[THYaddUbXb 6.4 38

145 lssσssmσntHoχHtimσUπσpσnπσntHπσnsityHχunγtionαlHsγhσmσsHχorHγomputinωHthσHosγillαtorHstrσnωthsH
oχHβσnzσnσTHphσnolTHαnilinσTHαnπHχluoroβσnzσnσVHJournaleofeChemicalePhysicsTH2007THYZbTHXc]YX[ 3.9 76

144
–hσorσtiγαlHstuπyHonHthσHsσγonπHhypσrpolαrizαβilitiσsHoχHphσnαlσnylHrαπiγαlHsystσmsHinvolvinωH
αγσtylσnσHαnπHvinylσnσHlinkσrseHπirαπiγαlHγhαrαγtσrHαnπHspinHmultipliγityHπσpσnπσnγσsVHJournaleofe
PhysicaleChemistryeATH2007THYYYTH[a[[U]Y

2.8 80

143
–imσHπσpσnπσntHπσnsityHχunγtionαlHthσoryHinvσstiωαtionHoχHthσHrσsonαnγσH†αmαnHpropσrtiσsHoχHthσH
juloliπinσmαlononitrilσHpushUpullHγhromophorσHinHvαriousHsolvσntsVHJournaleofeChemicalePhysicsTH
2007THYZbTHYa]`Xb

3.9 87

142
’σγonπHhypσrpolαrizαβilitiσsHoχHsinωlσtHpolyγyγliγHπiphσnαlσnylHrαπiγαlseHσχχσγtsHoχHthσHnαturσHoχHthσH
γσntrαlHhσtσroγyγliγHrinωHαnπHsuβstitutionHtoHπiphσnαlσnylHrinωsVHJournaleofePhysicaleChemistryeATH
2007THYYYTHdYXZUYX

2.8 24

141 lγiπoUtriωωσrσπHnonlinσαrHoptiγαlHswitγhσseHβσnzαzoloUoxαzoliπinσsVHJournaleofePhysicaleChemistryeBTH
2007THYYYTHdbd`UcXZ 3.4 83

140 lβHinitioHinvσstiωαtionHonHthσHsσγonπUorπσrHnonlinσαrHoptiγαlHrσsponsσsHinHkσtoUσnolHσquiliβriαHoχH
sαliγyliπσnσαnilinσsVHJournaleofePhysicaleChemistryeATH2007THYYYTHddY]UZ[ 2.8 44

139 lHjoinσπHthσorσtiγαlâ��σxpσrimσntαlHinvσstiωαtionHonHthσHYsHαnπHY[nHyx†HγhσmiγαlHshiχtsHoχH
γhloroUαlkσnσsVHChemicalePhysicseLettersTH2007TH][aTH[ccU[d[ 2.5 20

138 –hσorσtiγαlHinvσstiωαtionHonHβriπωσπHtriαrylαminσHhσliγσnσseH— WvisiβlσHαnπHγirγulαrHπiγhroismH
spσγtrαVHChemicalePhysicseLettersTH2007TH][dTHZY[UZYc 2.5 27

137 –hσorσtiγαlHπσsiωnHoχHsulχinαtσUβαsσπHχσrroσlσγtriγHliquiπHγrystαlsHπisplαyinωHsσγonπUorπσrHnonlinσαrH
optiγαlHpropσrtiσsVHChemicalePhysicseLettersTH2007TH]]XTHYYaUYZX 2.5 7

136 qirstHαnπHsσγonπHhypσrpolαrizαβilitiσsHoχHπonorâ��αγγσptorHπisuβstitutσπHπiphσnαlσnylHrαπiγαlH
systσmsVHChemicalePhysicseLettersTH2007TH]][THd`UYXY 2.5 38

135 –imσUπσpσnπσntHπσnsityHχunγtionαlHthσoryHinvσstiωαtionHoχHthσHαβsorptionHαnπHσmissionHspσγtrαHoχH
αHγyαninσHπyσVHChemicalePhysicseLettersTH2007TH]]aTHYa`UYad 2.5 43

Benoˆfit ˆ�t Champagne

16



134 lnHαnαlytiγαlHπσrivαtivσHproγσπurσHχorHthσHγαlγulαtionHoχHviβrαtionαlH†αmαnHoptiγαlHαγtivityHspσγtrαVH
JournaleofeChemicalePhysicsTH2007THYZbTHZX]YX` 3.9 75

133 –hσorσtiγαlHpvαluαtionHoχHthσHqαrαπαyHpχχσγtHinHzrωαniγHnompounπsVHComputingeLettersTH2007TH[THYd[UZXX 3

132 ’σγonπHsypσrpolαrizαβilityHoχHéσthrσnσsVHComputingeLettersTH2007TH[TH[[[U[[c 57

131 †σlαtionshipHβσtwσσnHthirπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHαnπHmαωnσtiγHintσrαγtionsHinH
opσnUshσllHsystσmseHαHnσwHpαrαπiωmHχorHnonlinσαrHoptiγsVHPhysicaleRevieweLettersTH2007THddTHX[[XXY 7.4 246

130 –hσorσtiγαlHinvσstiωαtionHoχHthσHsσγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHhσliγαlH
pyriπinσUpyrimiπinσHoliωomσrsVHChemistryeseAeEuropeaneJournalTH2006THYZTHcacbUd` 4.8 33

129 lHjointHthσorσtiγαlUσxpσrimσntαlHinvσstiωαtionHoχHthσHqαrαπαyHσχχσγtHinHβσnzσnσTHtoluσnσTHαnπH
pUxylσnσVHChemPhysChemTH2006THbTHYa`]Ua 3.2 17

128 –hσorσtiγαlHπσtσrminαtionHoχHthσHviβrαtionαlH†αmαnHoptiγαlHαγtivityHsiωnαturσsHoχHhσliγαlH
polypropylσnσHγhαinsVHChemPhysChemTH2006THbTHZ[aaUba 3.2 33

127 pxpσrimσntαlHαnπHthσorσtiγαlHinvσstiωαtionHoχHthσH†αmαnHαnπHhypσrU†αmαnHspσγtrαHoχHαγσtonitrilσH
αnπHitsHπσrivαtivσsVHJournaleofeChemicalePhysicsTH2006THYZ]THZ]][YZ 3.9 34

126 zriωinHoχHthσHσnhαnγσmσntHoχHthσHsσγonπHhypσrpolαrizαβilityHoχHsinωlσtHπirαπiγαlHsystσmsHwithH
intσrmσπiαtσHπirαπiγαlHγhαrαγtσrVHJournaleofeChemicalePhysicsTH2006THYZ`THXb]YY[ 3.9 84

125 –hσorσtiγαlHinvσstiωαtionHonHYsHαnπHY[nHyx†HγhσmiγαlHshiχtsHoχHsmαllHαlkαnσsHαnπHγhloroαlkαnσsVH
JournaleofeChemicalePhysicsTH2006THYZ`THY]][Xd 3.9 36

124 pvαluαtionHoχHαltσrnαtivσHsumUovσrUstαtσsHσxprσssionsHχorHthσHχirstHhypσrpolαrizαβilityHoχHpushUpullH
piUγonjuωαtσπHsystσmsVHJournaleofeChemicalePhysicsTH2006THYZ`THZ]YXY 3.9 69

123
oσnsityHχunγtionαlHthσoryHinvσstiωαtionHoχHthσHpolαrizαβilityHαnπHsσγonπHhypσrpolαrizαβilityHoχH
polyπiαγσtylσnσHαnπHpolyβutαtriσnσHγhαinseHtrσαtmσntHoχHσxαγtHσxγhαnωσHαnπHrolσHoχHγorrσlαtionVH
JournaleofeChemicalePhysicsTH2006THYZ`THYd]YY]

3.9 55

122 tnvσstiωαtionHoχHthσH— WvisiβlσHαβsorptionHspσγtrαHoχHmσroγyαninσHπyσsHusinωHtimσUπσpσnπσntH
πσnsityHχunγtionαlHthσoryVHJournaleofePhysicaleChemistryeATH2006THYYXTHY[XXbUY[ 2.8 62

121 qαγilσHsynthσsisHαnπHγhαrαγtσrizαtionHoχHnαphthiπinσsHαsHαHnσwHγlαssHoχHhiωhlyHnonplαnαrHσlσγtronH
πonorsHωivinωHroβustHrαπiγαlHγαtionsVHJournaleofeOrganiceChemistryTH2006THbYTHY[`YUaY 4.2 20

120 ’σγonπHhypσrpolαrizαβilitiσsHPωαmmαQHoχHβisimiπαzolσHαnπHβistriαzolσHβσnzσnσseHπirαπiγαlHγhαrαγtσrTH
γhαrωσπHstαtσTHαnπHspinHstαtσHπσpσnπσnγσsVHJournaleofePhysicaleChemistryeATH2006THYYXTH]Z[cU][ 2.8 85

119 lγiπoswitγhαβlσHywzUphorσseHβσnzimiπαzoloöZT[UβüoxαzoliπinσsVHJournaleofePhysicaleChemistryeBTH
2006THYYXTHYXabZUcZ 3.4 52

118
plonωαtionHmσthoπHαnπHsupσrmolσγulσHαpproαγhHχorHthσHγαlγulαtionHoχHnonlinσαrHsusγσptiβilitiσsVH
lppliγαtionHtoHthσH[UxσthylU]UyitropyriπinσHYUzxiπσHαnπHZUxσthylU]UyitroαnilinσHγrystαlsVHJournaleofe
ComputationaleMethodseineScienceseandeEngineeringTH2006THaTHYbYUYcc

0.3 5

117 oσnsityHχunγtionαlHthσoryHinvσstiωαtionHoχHthσHαlkylαtinωHstrσnωthHoχHorωαnoαluminumHγoUγαtαlystsH
χorHéiσωlσrâ��yαttαHpolymσrizαtionVHInternationaleJournaleofeQuantumeChemistryTH2006THYXaTH`ccU`dc 2.1 9

(2006-2007)
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116 –imσUπσpσnπσntHπσnsityHχunγtionαlHthσoryHsimulαtionHoχHhypσrU†αmαnHspσγtrαVHInternationaleJournale
ofeQuantumeChemistryTH2006THYXaTH`ddUaXc 2.1 18

115 tnvσstiωαtionHoχHpolyσthylσnσHhσliγαlHγonχormαtionseH–hσorσtiγαlHstuπyHβyHviβrαtionαlH†αmαnHoptiγαlH
αγtivityVHInternationaleJournaleofeQuantumeChemistryTH2006THYXaTH[XdbU[YXb 2.1 16

114 –hσorσtiγαlHinvσstiωαtionHoχHthσHγhαinHlσnωthHσχχσγtsHonHthσHyx†HγhσmiγαlHshiχtsHoχHoliωomσrsVH
InternationaleJournaleofeQuantumeChemistryTH2006THYXaTH[YY[U[YZY 2.1 5

113 ’σγonπHhypσrpolαrizαβilityHoχHphσnαlσnylHrαπiγαlHsystσmHinvolvinωHαγσtylσnσHˇ�UγonjuωαtσπHβriπωσVH
ChemicalePhysicseLettersTH2006TH]ZXTH][ZU][b 2.5 31

112 –ooq–HinvσstiωαtionHoχHthσHoptiγαlHpropσrtiσsHoχHγyαninσHπyσsVHChemicalePhysicseLettersTH2006TH]Z`THYX`UYXd2.5 83

111 –hσorσtiγαlHπσsiωnHoχHmolσγulαrHphotoUHαnπHαγiπoUtriωωσrσπHnonUlinσαrHoptiγαlHswitγhσsVHChemicale
PhysicseLettersTH2006TH]ZbTHY`[UY`c 2.5 12

110 ’σγonπHhypσrpolαrizαβilitiσsHoχHpolyγyγliγHπiphσnαlσnylHrαπiγαlseHpχχσγtsHoχHpαrαWorthoUquinoiπH
struγturσsHαnπHγσntrαlHrinωHmoπiχiγαtionVHChemicalePhysicseLettersTH2006TH]ZdTHYb]UYbd 2.5 18

109
’σγonπHhypσrpolαrizαβilitiσsHP˛‡QHoχHopσnUshσllHsinωlσtHonσUπimσnsionαlHsystσmseHtntσrsitσHintσrαγtionH
σχχσγtsHonHthσHαvσrαωσHπirαπiγαlHγhαrαγtσrHαnπHsizσHπσpσnπσnγσsHoχH˛‡VHChemicalePhysicseLettersTH2006
TH][ZTH]b[U]bd

2.5 32

108 lnαlysisHoχHthσH †zlHsiωnαlsHoχHhσliγαlHhσptαsilαnσsHusinωHαnHαtomistiγHαpproαγhVHVibrationale
SpectroscopyTH2006TH]ZTH[XdU[Ya 2.1 11

107 lβHtnitioHxσthoπsHχorH’imulαtinωHαnπHtntσrprσtinωHhypσrU†αmαnH’pσγtrαHoχHxolσγulσsH2006TH[YbU[Z[

106 –hσorσtiγαlH’tuπyHonHthσH’σγonπHsypσrpolαrizαβilitiσsHoχHoiphσnαlσnylH†απiγαlH’ystσmsH2006THZ[YUZ]X

105 yonlinσαrHzptiγαlH{ropσrtiσsHoχHnhirαlHwiquiπsVHChallengeseandeAdvanceseineComputationaleChemistrye
andePhysicsTH2006TH[`dU[cY 0.7 1

104 xoπσlinωHthσHσlσγtriγHχiσlπHthirπUorπσrHnonlinσαrHrσsponsσsHoχHαnHinχinitσHαωωrσωαtσHoχHhσxαtriσnσH
γhαinsHusinωHthσHσlσγtrostαtiγHintσrαγtionHmoπσlVHPhysicaleChemistryeChemicalePhysicsTH2005THbTH[Zc]Ud 3.6 33

103 –osqHpvαluαtionHoχHthσHoipolσU}uαπrupolσH{olαrizαβilityHαnπHttsHrσomσtriγαlHoσrivαtivσsVHJournaleofe
ChemicaleTheoryeandeComputationTH2005THYTH]]]U`Z 6.4 40

102 lγiπoUHαnπHphototriωωσrσπHywzHpropσrtiσsHσnhαnγσmσntVHJournaleofePhysicaleChemistryeBTH2005TH
YXdTHYYY[dU`X 3.4 114

101 ’σγonπHhypσrpolαrizαβilityHPωαmmαQHoχHsinωlσtHπirαπiγαlHsystσmeHπσpσnπσnγσHoχHωαmmαHonHthσH
πirαπiγαlHγhαrαγtσrVHJournaleofePhysicaleChemistryeATH2005THYXdTHcc`UdY 2.8 269

100 nommσntHonHJphysiγαlHlimitsHonHσlσγtroniγHnonlinσαrHmolσγulαrHsusγσptiβilitiσsJVHPhysicaleReviewe
LettersTH2005THd`THYXd]XYfHαuthorHrσplyHYXd]XZ 7.4 26

99  iβrαtionαlHrαmαnHoptiγαlHαγtivityHαsHαHmσαnHχorHrσvσαlinωHthσHhσliγityHoχHoliωosilαnσseHαHquαntumH
γhσmiγαlHinvσstiωαtionVHJournaleofeChemicalePhysicsTH2005THYZZTHZY][X] 3.9 21

Benoˆfit ˆ�t Champagne

18



98 oσnsityUχunγtionαlHthσoryHPhypσrQpolαrizαβilitiσsHoχHpushUpullHpiUγonjuωαtσπHsystσmseHtrσαtmσntHoχH
σxαγtHσxγhαnωσHαnπHrolσHoχHγorrσlαtionVHJournaleofeChemicalePhysicsTH2005THYZ[THXY][Yd 3.9 113

97 †ototrαnslαtionαlHsumHrulσsHχorHstαtiγHαnπHπynαmiγHpolαrisαβilitiσsVHComputerePhysicse
CommunicationsTH2005THYb[THY[YUY[d 4.2 1

96 oσnsityHχunγtionαlHthσoryHinvσstiωαtionHoχHthσHstσrσoγhσmistryHσχχσγtsHonHYsHαnπHY[nHyx†H
γhσmiγαlHshiχtsHoχHpolyPvinylHγhloriπσQHoliωomσrsVHChemicalePhysicseLettersTH2005TH]YYTHZXbUZY[ 2.5 19

95 wαrωσHσχχσγtHoχHπopαntHlσvσlHonHsσγonπHhypσrpolαrizαβilityHoχHαlkαliUπopσπHpolyαγσtylσnσHγhαinsVH
ChemicalePhysicseLettersTH2005TH]YZTHZYbUZZZ 2.5 33

94 sypσrU†αylσiωhHsγαttσrinωHoχHnσutrαlHαnπHγhαrωσπHhσliγσnσsVHChemicalePhysicseLettersTH2005TH]YZTHZb]UZbd2.5 48

93 mαsisHsσtHαnπHσlσγtronHγorrσlαtionHσχχσγtsHonHthσHpolαrizαβilityHαnπHsσγonπHhypσrpolαrizαβilityHoχH
moπσlHopσnUshσllHpiUγonjuωαtσπHsystσmsVHJournaleofeChemicalePhysicsTH2005THYZZTHYY][Y` 3.9 129

92 ’imulαtionHoχH— WvisiβlσHαβsorptionHspσγtrαHoχHP˛–UπiiminσQniγkσlPttQHγαtαlystsHβyHtimσUπσpσnπσntH
πσnsityHχunγtionαlHthσoryVHInternationaleJournaleofeQuantumeChemistryTH2005THYXYTHc]XUc]c 2.1 9

91
sypσrpolαrizαβilityHπσnsityHαnαlysisHoχHthσHσnhαnγσmσntHoχHsσγonπHhypσrpolαrizαβilityHoχH
ˇ�UγonjuωαtσπHoliωomσrsHβyHintσrmolσγulαrHintσrαγtionVHInternationaleJournaleofeQuantumeChemistryTH
2005THYXZTHbXZUbYX

2.1 18

90 nhαrωσHπistriβutionsHinHpolyαγσtylσnσHγhαinsHγontαininωHαHpositivσlyHγhαrωσπHπσχσγtVHInternationale
JournaleofeQuantumeChemistryTH2005THYX]TH[`]U[aa 2.1 14

89 tntroπuγtioneHxoπσlinωHviβrαtionαlHspσγtrosγopiσsVHInternationaleJournaleofeQuantumeChemistryTH
2005THYX]TH`cbU`cc 2.1 3

88 xixσπHσlσγtriγUmαωnσtiγHsσγonπUorπσrHnonlinσαrHoptiγαlHrσsponsσHoχHhσliγσnσsVHJournaleofeChemicale
PhysicsTH2005THYZZTHZ[]bY[ 3.9 46

87 ’σγonπUorπσrHnonlinσαrHoptiγαlHγoσχχiγiσntHoχHpolyphosphαzσnσUβαsσπHmαtσriαlseHαHthσorσtiγαlH
stuπyVHJournaleofeChemicalePhysicsTH2004THYZXTHd]XYUd 3.9 34

86 –hσorσtiγαlHinvσstiωαtionHoχHthσHlinσαrHαnπHsσγonπUorπσrHnonlinσαrHsusγσptiβilitiσsHoχHthσH
[UmσthylU]UnitropyriπinσUYUoxyπσHP{zxQHγrystαlVHJournaleofeChemicalePhysicsTH2004THYZYTHb[dXU]XX 3.9 45

85 –hσorσtiγαlH’tuπyHonHzpσnU’hσllHyonlinσαrHzptiγαlH’ystσmsVHMaterialseResearcheSocietyeSymposiae
ProceedingsTH2004THc]aTHooYV]VY 0

84 xoπσlisαtionHoχHthσHplσγtriγHqiσlπHwinσαrH†σsponsσHoχHαnHtnχinitσHlωωrσωαtσHoχHlllU–rαnsHsσxαtriσnσH
nhαinsHβyHplσγtrostαtiγHtntσrαγtionHxoπσlVHStructuraleChemistryTH2004THY`TH[c`U[dX 1.8 8

83 lβHinitioHinvσstiωαtionHoχHthσHviβrαtionαlHhypσrU†αmαnHspσγtrαHoχHσthylσnσTHσthαnσTHαnπHπimσthylH
σthσrVHTheoreticaleChemistryeAccountsTH2004THYYYTH[dXU[d] 1.9 9

82 –hσorσtiγαlHπσsiωnHoχHsuβstitutσπHtσtrαthiαUöbüUhσliγσnσsHwithHlαrωσHsσγonπUorπσrHnonlinσαrHoptiγαlH
rσsponsσsVHChemPhysChemTH2004TH`THY][cU]Z 3.2 49

81
’truγturαlHpropσrtiσsHoχHπopσπHpolyαγσtylσnσHγhαinseHαHγompαrαtivσHthσorσtiγαlHinvσstiωαtionHusinωH
sαrtrσσâ��qoγkTHxˆ‚llσrâ��{lσssσtHsσγonπUorπσrHpσrturβαtionHthσoryTHαnπHπσnsityHχunγtionαlHthσoryH
αpproαγhσsVHPhysicaleChemistryeChemicalePhysicsTH2004THaTH[YabU[Yb]

3.6 29

(2004-2005)
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80 {olαrizαtionHσχχσγtsHonHthσHhypσrU†αmαnHspσγtrαHoχHγαrβonHtσtrαγhloriπσeHαHjointH
σxpσrimσntαlUthσorσtiγαlHstuπyVHJournaleofeChemicalePhysicsTH2004THYZYTH]bX`UYX 3.9 35

79 –hσorσtiγαlHstuπyHoχHthσHsσγonπUorπσrHnonlinσαrHoptiγαlHpropσrtiσsHoχHöyühσliγσnσsHαnπH
öyüphσnylσnσsVHJournaleofeChemicalePhysicsTH2004THYZXTHZX]ZUc 3.9 74

78 xultiγhromophoriγHoσnπrimσrsHαsH’inωlσU{hotonH’ourγσseHHlH’inωlσUxolσγulσH’tuπyVHJournaleofe
PhysicaleChemistryeBTH2004THYXcTHYaacaUYaada 3.4 69

77 ’pinHxultipliγityHpχχσγtsHonHthσH’σγonπHsypσrpolαrizαβilityHoχHαnHzpσnU’hσllHyσutrαlHˇ�UnonjuωαtσπH
’ystσmVHJournaleofePhysicaleChemistryeATH2004THYXcTH]YX`U]YYY 2.8 76

76 tπσntiχiγαtionHoχHχrσσHrαπiγαlsHtrαppσπHinHsoliπHmσthαγrylαtσπHrσsinsVHJournaleofePolymereScienceeParte
ATH2003TH]YTHYadYUYadd 2.5 38

75 nopolymσrizαtionHpχχσγtsHuponHthσH’σγonπUzrπσrHywzH†σsponsσsHoχH
{olyαγσtylσnσW{olymσthinσiminσVHMacromoleculesTH2003TH[aTH[dcXU[dc` 5.5 16

74 wαrωσHzχχUoiαωonαlHnontriβutionHtoHthσH’σγonπUzrπσrHzptiγαlHyonlinσαritiσsHoχH˛�U’hαpσπH
xolσγulσsVHJournaleofePhysicaleChemistryeATH2003THYXbTH[d]ZU[d`Y 2.8 100

73 tnvσstiωαtionHoχHthσHγonχiωurαtionHoχHαlkylHphσnylHkσtonσHphσnylhyπrαzonσsHχromHαβHinitioHYsHyx†H
γhσmiγαlHshiχtsVHOrganiceandeBiomoleculareChemistryTH2003THYTH[c[dU]] 3.9 15

72 nαlγulαtionsHoχHyonlinσαrHzptiγαlH{ropσrtiσsHχorHthσH’oliπH’tαtσVHAdvanceseineChemicalePhysicsTH2003TH]YUdZ 50

71 plσγtroniγHαnπHyonlinσαrHzptiγαlH{ropσrtiσsHoχHZUxσthylU]UyitroαnilinσHnlustσrsVHComputationale
ChemistryeseReviewseofeCurrenteTrendsTH2003THcYUY[X 1

70 tntσωrαlHαlωorithmHαnπHπσnsityHmαtrixHintσωrαtionHsγhσmσHχorHαβHinitioHβαnπHstruγturσHγαlγulαtionsH
onHpolymσriγHsystσmsVHJournaleofeComputationaleChemistryTH2002THZ[THY][XU]] 3.5 10

69
lnαlytiγαlH–osqHsσγonπHπσrivαtivσsHoχHπynαmiγHσlσγtroniγHpolαrizαβilityHwithHrσspσγtHtoHnuγlσαrH
γoorπinαtσsVHlppliγαtionHtoHthσHπynαmiγHé{ lHγorrσγtionVHJournaleofeComputationaleChemistryTH2002
THZ[THY]d`Ua

3.5 2

68
nouplσπUpσrturβσπHsαrtrσσâ��qoγkHtrσαtmσntHoχHinχinitσHpσrioπiγHsystσmseHlppliγαtionHtoHstαtiγH
polαrizαβilitiσsHαnπHhypσrpolαrizαβilitiσsHoχHpolyπiαγσtylσnσTHpolyβutαtriσnσTHαnπHintσrαγtinωHpαirsHoχH
polyαγσtylσnσHγhαinsVHInternationaleJournaleofeQuantumeChemistryTH2002THdXTHbXdUbYc

2.1 24

67 tnvσstiωαtionHoχHthσHχrσquσnγyUπispσrsionHσχχσγtsHonHthσH†αmαnHspσγtrαHoχHsmαllHpolyσnσsVH
InternationaleJournaleofeQuantumeChemistryTH2002THcdTH[]YU[]c 2.1 14

66 nonvσrωσnγσHoχHσxγhαnωσHlαttiγσHsummαtionsHinHπirσγtUspαγσHpolymσrHγαlγulαtionsVHInternationale
JournaleofeQuantumeChemistryTH2002THcdTH]`ZU]a[ 2.1 9

65 plσγtroniγHσxγitαtionsHαnπHχirstHhypσrpolαrizαβilityHoχHZUmσthylU]UnitroαnilinσHγlustσrsVHInternationale
JournaleofeQuantumeChemistryTH2002THdXTHY[bcUY[cb 2.1 18

64 qirstHhypσrpolαrizαβilityHoχHsâ��PmyQyâ��sHoliωomσrseHαnαlysisHoχHωσomσtryTHαsymmσtryHαnπH
πσloγαlizαtionHσχχσγtsVHPhysicaleChemistryeChemicalePhysicsTH2002TH]TH][ZU]]X 3.6 30

63 tntrαmolσγulαrHγhαrωσHtrαnsχσrHαnπHχirstUorπσrHhypσrpolαrizαβilityHoχHplαnαrHαnπHtwistσπH
sσsquiχulvαlσnσsVHPhysicaleChemistryeChemicalePhysicsTH2002TH]TH``aaU``bY 3.6 26

Benoˆfit ˆ�t Champagne

20



62 xˆ¶βiusHstripHvσrsusHlinσαrHαnπHγyγliγHpolyαγσnσseHαHsˆ…γkσlHαnπHsσmiσmpiriγαlHinvσstiωαtionVH
TheoreticaleChemistryeAccountsTH2001THYX`TH][YU][a 1.9 14

61 winσαrTHγyγliγTHαnπHxˆ¶βiusHstripHpolyαγσnσseH–hσHinχluσnγσHoχHthσHtopoloωyHonHthσHsizσUπσpσnπσntH
szxzâ��w—xzHσnσrωyHωαpVHInternationaleJournaleofeQuantumeChemistryTH2001THc]THaXbUaYa 2.1 39

60 wonωUrαnωσHσχχσγtsHinHoptimizinωHthσHωσomσtryHoχHstσrσorσωulαrHpolymσrsâ��t eHpxpliγitH
πσtσrminαtionHoχHthσHhσliγαlHαnωlσVHInternationaleJournaleofeQuantumeChemistryTH2001THc`TH`[dU`]` 2.1 6

59 ’umUχrσquσnγyHωσnσrαtionHχirstHhypσrpolαrizαβilityHχromHtimσUπσpσnπσntHsαrtrσσâ��qoγkHmσthoπVH
InternationaleJournaleofeQuantumeChemistryTH2001THc`TH]a[U]ac 2.1 10

58
lnαlytiγαlH–osqHsσγonπHπσrivαtivσsHoχHπynαmiγHσlσγtroniγHpolαrizαβilityHwithHrσspσγtHtoHnuγlσαrH
γoorπinαtσsVHlppliγαtionHtoHthσHπynαmiγHé{ lHγorrσγtionVHJournaleofeComputationaleChemistryTH2001
THZZTHYdZXUYd[Z

3.5 28

57 ’implσH’γhσmσH–oHpvαluαtσHnrystαlHyonlinσαrH’usγσptiβilitiσseH’σmiσmpiriγαlHlxYHxoπσlH
tnvσstiωαtionHoχH[UxσthylU]UnitroαnilinσHnrystαlVHJournaleofePhysicaleChemistryeATH2001THYX`THY[aaUY[bX 2.8 55

56 –hσorσtiγαlHαpproαγhHtoHthσHπσsiωnHoχHorωαniγHmolσγulαrHαnπHpolymσriγHnonlinσαrHoptiγαlHmαtσriαlsH
2001THa[UYZa 56

55
’σγonπUzrπσrHαβHtnitioHxˆ‚llσrâ��{lσssσtH’tuπyHoχHzptimumHnhαinHwσnωthHχorH–otαlHPplσγtroniγH{lusH
 iβrαtionαlQH˛†Pâ��ˇ� ˇ�fˇ�YTˇ�ZQHoχHαH{rototypσH{ushU{ullH{olyσnσVHJournaleofePhysicaleChemistryeATH2001TH
YX`THdb]cUdb``

2.8 48

54 pχχiγiσntHtrσαtmσntHoχHthσHσχχσγtHoχHviβrαtionsHonHσlσγtriγαlTHmαωnσtiγTHαnπHspσγtrosγopiγH
propσrtiσsVHJournaleofeComputationaleChemistryTH2000THZYTHY`bZUY`cc 3.5 48

53
nαlγulαtionHoχHstαtiγHzσroUpointHviβrαtionαlHαvσrαωinωHγorrσγtionsHαnπHothσrHviβrαtionαlHγurvαturσH
γontriβutionsHtoHpolαrizαβilitiσsHαnπHhypσrpolαrizαβilitiσsHusinωHχiσlπUinπuγσπHγoorπinαtσsVH
InternationaleJournaleofeQuantumeChemistryTH2000THcXTH]bYU]bd

2.1 36

52 zptimizinωHthσHωσomσtryHoχHstσrσorσωulαrHpolymσrsVHtttVH{olyynσHαnπHthσHβαsisHsσtHquαsiUlinσαrH
πσpσnπσnγσVHInternationaleJournaleofeQuantumeChemistryTH2000THcXTHca[UcbX 2.1 26

51 syβriπizαtionHσχχσγtHuponHthσHviβrαtionαlHsσγonπHhypσrpolαrizαβilityeHlnHαβHinitioHstuπyHoχH
αγσtylσnσTHσthylσnσTHαnπHσthαnσVHInternationaleJournaleofeQuantumeChemistryTH2000THcXTHcbYUccY 2.1 8

50  iβrαtionαlHsσγonπHhypσrpolαrizαβilityHoχHsymmσtriγαllyHsuβstitutσπHΛquαπrupolαrOHˇ�UγonjuωαtσπH
systσmsVHJournaleofeOpticsTH2000THZTHZ]bUZ`] 10

49 wαrωσHviβrαtionαlHnonlinσαrHoptiγαlHpropσrtiσsHoχHnaXeHlHγomβinσπHsαrtrσσUqoγkWπσnsityUχunγtionαlH
αpproαγhVHPhysicaleRevieweBTH2000THaYTHY[Y[bUY[Y][ 3.3 17

48 –hrσσUwαvσHmixinωHinHγhirαlHliquiπsVHPhysicaleRevieweLettersTH2000THc`TH]Z`[Ua 7.4 94

47
lssσssmσntHoχHnonvσntionαlHoσnsityHqunγtionαlH’γhσmσsHχorHnomputinωHthσHoipolσHxomσntHαnπH
PsypσrQpolαrizαβilitiσsHoχH{ushâ��{ullHˇ�UnonjuωαtσπH’ystσmsâ� VHJournaleofePhysicaleChemistryeATH2000TH
YX]TH]b``U]ba[

2.8 473

46
plσγtriγHqiσlπH’imulαtionHoχH’uβstituσntsHinHoonorâ��lγγσptorH{olyσnσse´ HlHnompαrisonHwithHlβHtnitioH
{rσπiγtionsHχorHoipolσHxomσntsTH{olαrizαβilitiσsTHαnπHsypσrpolαrizαβilitiσsVHJournaleofetheeAmericane
ChemicaleSocietyTH2000THYZZTHcXXbUcXYZ

16.4 120

45 xαjorHintσrmolσγulαrHσχχσγtsHonHnonlinσαrHσlσγtriγαlHrσsponsσHinHαHhσxαtriσnσHmoπσlHoχHsoliπHstαtσH
polyαγσtylσnσVHChemicalePhysicseLettersTH1999TH[X`THY[ZUY[c 2.5 51

(1999-2001)
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44 monπHlσnωthHαltσrnαtionHσχχσγtsHonHthσHstαtiγHσlσγtroniγHpolαrizαβilityHαnπHsσγonπH
hypσrpolαrizαβilityHoχHpolyαγσtylσnσHγhαinsVHInternationaleJournaleofeQuantumeChemistryTH1999THb`TH]]YU]]b2.1 39

43 –owαrπsHthσHnαlγulαtionsHoχH{olαrizαβilitiσsHoχH’tσrσorσωulαrH{olymσrsHjjπσπiγαtσπHtoH{roχσssorH
ÖnωvσHˆ�s†yHαtHthσHoγγαsionHoχHhisHa`thHβirthπαyVHAdvanceseineQuantumeChemistryTH1999THd`UYYX 1.4 6

42 ’tαtiγHχirstHhypσrpolαrizαβilityHoχHsmαllHαllUtrαnsHpolymσthinγiminσHoliωomσrsVHmαsisHsσtHαnπHσlσγtronH
γorrσlαtionHσχχσγtsVHComputationaleandeTheoreticaleChemistryTH1998TH]Z`THadUbd 20

41
yonrσsonαntHχrσquσnγyHπispσrsionHoχHthσHσlσγtroniγHsσγonπHhypσrpolαrizαβilityHoχHαllUtrαnsH
polysilαnσHγhαinseHlnHαβHinitioH–osqHoliωomσriγHαpproαγhVHInternationaleJournaleofeQuantume
ChemistryTH1998THbXTHb`YUbaY

2.1 8

40
lβHinitioHπσtσrminαtionHoχHthσHviβrαtionαlHαnπHσlσγtroniγHχirstHhypσrpolαrizαβilitiσsHoχHrσχσrσnγσH
γompounπsHχorHnonUlinσαrHoptiγαlHPywzQHαppliγαtionsH[UxσthylH]UnitropyriπinσHYUoxiπσHP{zxQHαnπH
yUP]UnitrophσnylQUPwQUprolinolHPy{{QVHJournaleofetheeChemicaleSocietyreFaradayeTransactionsTH1998THd]THY`]bUY``[

25

39 pχχσγtHoχHsoliπUstαtσHintσrαγtionsHonHthσHviβrαtionαlHhypσrpolαrizαβilityHoχHαllUtrαnsHpolyαγσtylσnσH
γhαinsHχromHαβHinitioHsαrtrσσâ��qoγkHγαlγulαtionsVHJournaleofeChemicalePhysicsTH1998THYXdTHa]`XUa]`` 3.9 12

38 lβHinitioHsαrtrσσUqoγkHtnvσstiωαtionHoχHˇ�UnonjuωαtσπHnompounπsH{rσsσntinωHwαrωσH˛†vW˛†σH†αtioeH
xσroγyαninσsVHCollectioneofeCzechoslovakeChemicaleCommunicationsTH1998THa[THYZd`UY[Xc 22

37 lβHtnitioHnouplσπHsαrtrσσâ��qoγkHtnvσstiωαtionHoχHthσH’tαtiγHqirstHsypσrpolαrizαβilityHoχHxoπσlH
αllUtrαnsU{olymσthinσiminσHzliωomσrsHoχHtnγrσαsinωH’izσVHJournaleofePhysicaleChemistryeATH1997THYXYTH[Y`cU[Ya`2.8 81

36 yonlinσαrHoptiγαlHpropσrtiσsHoχHquαsilinσαrHγonjuωαtσπHoliωomσrsTHpolymσrsHαnπHorωαniγHmolσγulσsVH
InternationaleReviewseinePhysicaleChemistryTH1997THYaTH[cdU]ZX 7 128

35 lnαlysisHoχHthσHviβrαtionαlHstαtiγHαnπHπynαmiγHsσγonπHhypσrpolαrizαβilitiσsHoχHpolyαγσtylσnσHγhαinsVH
SyntheticeMetalsTH1997THc`THYX]bUYX`X 3.6 28

34 ’tαtiγHσlσγtroniγHαnπHviβrαtionαlHpolαrizαβilitiσsHoχHpolyPπimσthylsilαnσQHγhαinsVHComputationaleande
TheoreticaleChemistryTH1997TH[dYTHabUb[ 5

33 nlustσrHsizσHσχχσγtsHinHmoπσlsHoχHthσHαγtivσHsitσHχorHstσrσospσγiχiγHhσtσroωσnσousHéiσωlσrUyαttαH
polymσrizαtionVHJournaleofeMoleculareCatalysiseATH1997THYYdTHZ[`UZ]] 5

32 plσγtronHγorrσlαtionHσχχσγtsHuponHthσHstαtiγHPhypσrQpolαrizαβilitiσsHoχHpushUpullHγonjuωαtσπHpolyσnσsH
αnπHpolyynσsH1997THa`THabdUacc 52

31  iβrαtionαlHvσrsusHσlσγtroniγHχirstHhypσrpolαrizαβilitiσsHoχHmonoUHαnπHπisuβstitutσπHβσnzσnσseHlnHαβH
initioHγouplσπHsαrtrσσâ��qoγkHinvσstiωαtionVHInternationaleJournaleofeQuantumeChemistryTH1997THa`THacdUada 2.1 18

30 plσγtronHγorrσlαtionHσχχσγtsHuponHthσHstαtiγHPhypσrQpolαrizαβilitiσsHoχHpushUpullHγonjuωαtσπHpolyσnσsH
αnπHpolyynσsH1997THa`THabd 2

29 plσγtroniγHχirstHhypσrpolαrizαβilityHoχHpolymσthinσiminσHγhαinsHwithHπonorHαnπHαγγσptorHωroupsVH
SyntheticeMetalsTH1996THcXTHZX`UZYX 3.6 20

28 lβHinitioHπynαmiγHpolαrizαβilitiσsHoχHpolymσrsVHtVHsyπroωσnHγhαinHmoπσlsVHInternationaleJournaleofe
QuantumeChemistryTH1996TH`bTHcYYUcZY 2.1 23

27 nurvαturσHvσrsusHnuγlσαrHrσlαxαtionHγontriβutionsHtoHthσHstαtiγHviβrαtionαlHpolαrizαβilityHoχH
polyαγσtylσnσHγhαinsVHChemicalePhysicseLettersTH1996THZ]cTH[XYU[Xc 2.5 18

Benoˆfit ˆ�t Champagne

22



26  iβrαtionαlHpolαrizαβilityHαnπHhypσrpolαrizαβilityHoχHpUnitroαnilinσVHChemicalePhysicseLettersTH1996TH
ZaYTH`bUa` 2.5 71

25 pxplorαtoryH{αrisσrU{αrrU{oplσHinvσstiωαtionHoχHthσHstαtiγHχirstHhypσrpolαrizαβilityHoχH
polymσthinσiminσHγhαinsVHChemicalePhysicsTH1996THZY[THZYbUZZc 2.3 12

24 †olσHoχHγollσγtivσHmoπσsHinHviβrαtionαlHpolαrizαβilitiσsHαnπHhypσrpolαrizαβilitiσsHoχHpolyαγσtylσnσH
αnπHothσrHquαsilinσαrHpolymσrsVHJournaleofeChemicalePhysicsTH1996THYX]TH]YZ`U]Y[a 3.9 63

23 lβHinitioHinvσstiωαtionHoχHthσHσlσγtroniγHpropσrtiσsHoχHplαnαrHαnπHtwistσπHpolypαrαphσnylσnσsVH
PhysicaleRevieweBTH1996TH`]THZ[cYUZ[cd 3.3 27

22 oσnsityHχunγtionαlHstuπyHoχHthσHstαtiγHlonωituπinαlHpolαrizαβilityHoχHmoπσlHpolymσriγHγhαinsVH
InternationaleJournaleofeQuantumeChemistryTH1995TH`aTHYYbUY[X 2.1 12

21 znHthσHγonvσrωσnγσHoχHthσHσxγhαnωσUlikσHsumsHinHthσHrαnπomHphαsσHαpproximαtionHαppliσπHtoH
stσrσorσωulαrHpolymσrsVHInternationaleJournaleofeQuantumeChemistryTH1995TH`aTH]ZdU][` 2.1 5

20
xolσγulαrHorβitαlHσxprσssionsHχorHαpproximαtσHunγouplσπHsαrtrσσUqoγkHsσγonπH
hypσrpolαrizαβilitiσsVHlH{αrisσrU{αrrU{oplσHαssσssmσntHχorHmoπσlHpolyαγσtylσnσHγhαinsVHChemicale
PhysicsTH1995THYdbTHYXbUYZb

2.3 10

19 lβoutHthσHrσlαtionsHβσtwσσnHpolαrizαβilityHαnπHsαrtrσσâ��qoγkHinstαβilitiσsVH{αrtHYVH–hσHhyπroωσnH
molσγulσVHComputationaleandeTheoreticaleChemistryTH1995TH[[ZTHd[UYX] 5

18 plσγtronUγorrσlαtionHσχχσγtsHonHthσHstαtiγHlonωituπinαlHpolαrizαβilityHoχHpolymσriγHγhαinsVHttVH
monπUlσnωthUαltσrnαtionHσχχσγtsVHPhysicaleRevieweATH1995TH`ZTHYX[dUYX`[ 2.6 26

17 plσγtronUγorrσlαtionHσχχσγtsHonHthσHstαtiγHlonωituπinαlHpolαrizαβilityHoχHpolymσriγHγhαinsVHPhysicale
RevieweATH1995TH`ZTHYbcUYcc 2.6 46

16 plσγtronHpropαωαtorHthσoryHαnπHαppliγαtionVHTheoreticaeChimicaeActaTH1995THdXTH[dbU]Yd 13

15 ’tαtiγHviβrαtionαlHpolαrizαβilityHoχHαllUtrαnsHpolyσthylσnσHαnπHpolysilαnσVHJournaleofetheeChemicale
SocietyreFaradayeTransactionsTH1995THdYTHYa]YUYa]a 18

14 ’tuπyHoχHσxγitσπHstαtσsHoχHpolyσthylσnσHinHthσHsαrtrσσâ��qoγkTH–αmmâ��oαnγoχχTHαnπHrαnπomUphαsσH
αpproximαtionsVHJournaleofeChemicalePhysicsTH1995THYXZTHac[YUac[a 3.9 15

13 xoπσlHγαlγulαtionsHoχHthσHχirstHhypσrpolαrisαβilityHpσrHunitHγσllHoχHχinitσHαnπHinχinitσH
polymσthinσiminσHγhαinsH1995TH 19

12 lβHinitioHinvσstiωαtionHoχHthσHstαtiγHpolαrizαβilityHoχHplαnαrHαnπHtwistσπHinχinitσHpolythiophσnσH
γhαinsVHInternationaleJournaleofeQuantumeChemistryTH1994TH`ZTH]`YU]ab 2.1 17

11 lβHinitioHlonωituπinαlHpolαrizαβilitiσsHoχHγonjuωαtσπHstσrσorσωulαrHpolymσrsHwithHαHγαrβonH
βαγkβonσVHChemicalePhysicseLettersTH1994THZYbTH``YU``c 2.5 23

10  iβrαtionαlHpolαrizαβilityHoχHpolyαγσtylσnσHγhαinsVHJournaleofeChemicalePhysicsTH1994THYXYTHYXbdaUYXcXb 3.9 51

9 –hσHγonvσrωσnγσHoχHthσHπirσγtHlαttiγσHsumsHinHthσHrαnπomHphαsσHαpproximαtionHmσthoπHαppliσπHtoH
pσrioπiγHinχinitσHsystσmsVHChemicalePhysicseLettersTH1993THZYXTHZ[ZUZ]Z 2.5 8

(1993-1996)
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8
lβHinitioHπσtσrminαtionHoχHpolαrizαβilitiσsHpσrHsuβunitHinHpolymσriγHsystσmsHusinωHthσHpolαrizαtionH
propαωαtoreHlppliγαtionHtoHmoπσlHhyπroωσnHγhαinsVHInternationaleJournaleofeQuantumeChemistryTH
1993TH]aTHYUYb

2.1 32

7 lβHinitioHγouplσπHαnπHunγouplσπHsαrtrσσâ��qoγkHγαlγulαtionsHoχHthσHpolαrizαβilitiσsHoχHχinitσHαnπH
inχinitσHpolyαγσtylσnσHγhαinsVHInternationaleJournaleofeQuantumeChemistryTH1993TH]cTHaabUac` 2.1 40

6 pχχiγiσntHγomputαtionHoχHσlσγtronUrσpulsionHintσωrαlsHinHαβHinitioHstuπiσsHoχHpolymσriγHsystσmsVH
InternationaleJournaleofeQuantumeChemistryTH1993TH]cTHbd[UcXa 2.1 9

5 qromHunγouplσπHtoHγouplσπHsαrtrσσâ��qoγkHpolαrizαβilitiσsHoχHinχinitσHpolymσriγHγhαinsVH
{αrisσrâ��{αrrâ��{oplσHαppliγαtionsHtoHthσHpolyαγσtylσnσHγhαinsVHJournaleofeChemicalePhysicsTH1992THdaTHc[[XUc[[b3.9 49

4 oσtσrminαtionHoχHαβHinitioHpolαrizαβilitiσsHoχHpolymσrseHlppliγαtionHtoHpolyσthylσnσHαnπHpolysilαnσVH
InternationaleJournaleofeQuantumeChemistryTH1992TH]ZTHYXXdUYXZ] 2.1 48

3 xoπσlHγαlγulαtionsHoχHpolαrizαβilitiσsHoχHpolyσnσHγhαinseHzliωomσrsHαnπHinχinitσHpolymσrsVH
InternationaleJournaleofeQuantumeChemistryTH1990TH[cTHc`dUcbY 2.1 15

2 {olαrizαβilitiσsHαnπHhypσrpolαrizαβilitiσsVHChemicaleModellingTYbUaZ 2 12

1 –uninωHplσγtroniγHαnπHxorpholoωiγαlH{ropσrtiσsHχorHsiωhU{σrχormαnγσHWαvσlσnωthU’σlσγtivσH
zrωαniγHyσαrUtnχrαrσπHnαvityH{hotoπσtσγtorsVHAdvancedeFunctionaleMaterialsTZYXcY]a 15.6 4

Benoˆfit ˆ�t Champagne

24


