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i Paper IF Citations

306 unvμstiσ−tionGoπGthμGooorζin−tionGohμmistryGoπG−Gnis−miζin−tμGrμrroγμnμGxiσ−nζGwithGouTGmσTG−nζG
muVVGACSgOmegaTG2022TGcTG^bd]U^be] 3.9

305 yolμγul−rGpoint´ σroupsG−nζGsymmμtryGinGμxtμrn−lGm−σnμtiγGπiμlζsVGJournalgofgChemicalgPhysicsTG2021
TGZaaTG[XZZXZ 3.9 1

304 ’hμGs–Wn‘qGyμthoζGinGy−σnμtiγGriμlζsVVGFrontiersgingChemistryTG2021TGeTGc^bZb[ 5 2

303 ‘truγturμsGoπG‘m−llG’−nt−lumGolustμrGmnionsfGqxpμrimμntG−nζG’hμoryVGJournalgofgPhysicalgChemistryg
ATG2021TGZ[aTG]Z]aU]Z^a 2.8 4

302 unvμstiσ−tionGoπGxuminμsγμntG’riplμtG‘t−tμsGinG’μtr−nuγlμ−rGouGoomplμxμsfG’hμrmoγhromismG−nζG
‘truγtur−lGoh−r−γtμriz−tionVGChemistrygvgAgEuropeangJournalTG2021TG[cTGa^]eUa^a[ 4.8 12

301 qππμγtsGoπGrot−tion−lGγonπorm−tionGonGμlμγtroniγGpropμrtiμsGoπG^T^kUbisPγ−rb−zolUeUylQbiphμnylGPon}QfG
thμGsinσlμUmolμγulμGpiγturμG−nζGbμyonζVGMoleculargPhysicsTG2021TGZZeTGμZdcbe]b 1.7 0

300 ZdUorownUbGooorζin−tμζGyμt−lGt−liζμsGwithGnriσhtGxuminμsγμnγμG−nζGzonlinμ−rG{ptiγ−lGqππμγtsVG
JournalgofgthegAmericangChemicalgSocietyTG2021TGZ^]TGcedUdX^ 16.4 17

299 ohir−lG†μsolutionGoπG‘pinUorossovμrGmγtivμGuronPuuQG[[x[·GsriζGoomplμxμsVGChemistrygvgAgEuropeang
JournalTG2021TG[cTGZaZcZUZaZce 4.8 2

298
”μrs−tilμGtμtμrolμptiγGouPuQGoomplμxμsGn−sμζGonG…uinoPx−QUlinμU’ri−zolμGxiσ−nζsfGπromG”isiblμUxiσhtG
mbsorptionG−nζGooopμr−tivityGtoGxuminμsγμnγμG−nζG}hotorμζoxGo−t−lysisVGEuropeangJournalgofg
InorganicgChemistryTG2021TG[X[ZTG^Xc^

2.3 0

297 ’imμU†μsolvμζG‘pμγtrosγopyG−nζGqlμγtroniγG‘truγturμGoπGyonoU−nζGpinuγlμ−rG
}yriζylU’ri−zolμWp}q}hosUn−sμζGouPuQGoomplμxμsVGChemistrygvgAgEuropeangJournalTG2021TG[cTGZa[aZUZa[cX4.8 1

296 nriσhtGxuminμsγμnγμGinG’hrμμG}h−sμsUmGoombinμζG‘ynthμtiγTG‘pμγtrosγopiγG−nζG’hμorμtiγ−lG
mppro−γhVGAngewandtegChemiegvgInternationalgEditionTG2021TGbXTG[]]baU[]]c[ 16.4 5

295 nriσhtGxuminμsγμnγμGinG’hrμμG}h−sμsâ��mGoombinμζG‘ynthμtiγTG‘pμγtrosγopiγG−nζG’hμorμtiγ−lG
mppro−γhVGAngewandtegChemieTG2021TGZ]]TG[]aa] 3.6 0

294 niUG−nζGtrinuγlμ−rGγoin−σμGmμt−lGγomplμxμsGoπG−G}zz}Gliσ−nζGπμ−turinσGmμt−llophiliγGintμr−γtionsG
−nζG−nGunusu−lGγh−rσμGsμp−r−tionVGDaltongTransactionsTG2021TGaXTGZ]^Z[UZ]^[X 4.3 4

293 ’hμGπirstGmiγrosolv−tionGstμpGπorGπur−nsfGzμwGμxpμrimμntsG−nζGbμnγhm−rkinσGstr−tμσiμsVGJournalgofg
ChemicalgPhysicsTG2020TGZa[TGZb^]X] 3.9 14

292
‘truγtur−lGoh−r−γtμriz−tionG−nζGxiπμtimμsGoπG’riplμU‘tr−nζμζGtμliγ−lGooin−σμGyμt−lGoomplμxμsfG
‘ynthμsisTG‘pμγtrosγopyG−nζG…u−ntumGohμmiγ−lGo−lγul−tionsVGChemistrygvgAgEuropeangJournalTG2020TG
[bTGZXc^]UZXcaZ

4.8 3

291 ‘truγtur−lG}h−sμG’r−nsitionGoπG†uthμniumGolustμrGtyζriζμsVGJournalgofgPhysicalgChemistrygCTG2020TG
Z[^TGZ^]XbUZ^]Za 3.8 3

290 oomput−tionGoπGqlμγtrom−σnμtiγG}ropμrtiμsGoπGyolμγul−rGqnsμmblμsVGChemPhysChemTG2020TG[ZTGdcdUddc3.2 13
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289 …u−sirμl−tivistiγGtwoUγomponμntGγorμGμxγit−tionsG−nζGpol−ris−bilitiμsGπromG−Gζ−mpμζUrμsponsμG
πormul−tionGoπGthμGnμthμâ��‘−lpμtμrGμqu−tionVGMoleculargPhysicsTG2020TGZZdTGμZcaaXb^ 1.7 17

288 ‘ynthμsisGoπGzμwGponorU‘ubstitutμζGniphμnylsfG}rμUliσ−nζsGπorGtiσhlyGxuminμsγμntGPoäoäpQG
solζPuuuQG}inγμrGoomplμxμsVGChemistrygvgAgEuropeangJournalTG2020TG[bTGZcZabUZcZb^ 4.8 8

287 [nyum·[ynPo{QPsμuQ·fGo−rbonylGoompounζGwithG−nG{ynsμ}GolustμrG“nitVGInorganicgChemistryTG2020TG
aeTGZ[deaUZ[eX[ 5.1 1

286 qππiγiμntGμv−lu−tionGoπGthrμμUγμntrμGtwoUμlμγtronGintμσr−lsGovμrGxonζonGorbit−lsVGMoleculargPhysicsTG
2020TGZZdTGμZc]bbca 1.7 15

285 –μrnμrGwutzμlniσσGâ��GπullGoπGiζμ−sVGMoleculargPhysicsTG2020TGZZdTGμZc^eea^ 1.7

284 pisγovμryGoπG−GsizμUrμγorζGbrμ−kinσGσrμμnUμmissivμGπluorophorμfGsm−llTGsm−llμrTGtuzmVGChemicalg
ScienceTG2020TGZ[TGZ]e[UZ]ec 9.4 3

283 }hotoiniti−tμζGoh−rσμG’r−nsπμrGinG−G’ri−nσul−rG‘ilvμrPuQGtyζriζμGoomplμxG−nζGutsG{xophiliγityVG
ChemistrygvgAgEuropeangJournalTG2019TG[aTGZZZcb 4.8 2

282 tiσhlyGsolublμGπluorinμGγont−ininσGouPiQGmlkyl}yr}hosG’mprGγomplμxμsVGDaltongTransactionsTG2019TG
^dTGZabdcUZabed 4.3 20

281 qxpliγitlyGoorrμl−tμζGpispμrsionG−nζGqxγh−nσμGpispμrsionGqnμrσiμsGinG‘ymmμtryUmζ−ptμζG
}μrturb−tionG’hμoryVGJournalgofgChemicalgTheorygandgComputationTG2019TGZaTGaebaUaedb 6.4 5

280 ’hμGμxtμnζμζGμxpliγitlyUγorrμl−tμζGsμγonζUorζμrG−pproxim−tμGγouplμζUγlustμrGsinσlμsG−nζGζoublμsG
−ns−tzGsuit−blμGπorGrμsponsμGthμoryVGJournalgofgChemicalgPhysicsTG2019TGZaXTGZd^ZZX 3.9 2

279 uonizμζTGμlμγtronU−tt−γhμζTG−nζGμxγitμζGst−tμsGoπGmolμγul−rGsystμmsGwithGspinUorbitGγouplinσfG
’woUγomponμntGs–G−nζGnμthμU‘−lpμtμrGimplμmμnt−tionsVGJournalgofgChemicalgPhysicsTG2019TGZaXTG[X^ZZb3.9 30

278 s–Gqu−sip−rtiγlμGμnμrσiμsGoπG−tomsGinGstronσGm−σnμtiγGπiμlζsVGJournalgofgChemicalgPhysicsTG2019TG
ZaXTG[Z^ZZ[ 3.9 10

277 }hotoiniti−tμζGoh−rσμG’r−nsπμrGinG−G’ri−nσul−rG‘ilvμrPuQGtyζriζμGoomplμxG−nζGutsG{xophiliγityVG
ChemistrygvgAgEuropeangJournalTG2019TG[aTGZZ[beUZZ[d^ 4.8 3

276 [}b{ynPo{Q}·[mlol·fG−Glμ−ζUm−nσ−nμsμGγ−rbonylGwithGmlolUlinkμζG}bynGγlustμrsVGDaltongTransactionsTG
2019TG^dTG^bebU^cXZ 4.3 10

275 qxγitμζGst−tμGvibr−tion−lGγohμrμnγμGinG−Gbinuγlμ−rGmμt−lG−ζζuγtfGw−vμGp−γkμtGph−sμGζμpμnζ−ntG
molμγul−rGπr−σmμnt−tionGunζμrGv−ri−tionGoπGliσ−nζGsizμVGEPJgWebgofgConferencesTG2019TG[XaTGXeXZe 0.3

274 mγγur−γyGmssμssmμntGoπGs–G‘t−rtinσG}ointsGπorGo−lγul−tinσGyolμγul−rGqxγit−tionGqnμrσiμsG“sinσGthμG
nμthμU‘−lpμtμrGrorm−lismVGJournalgofgChemicalgTheorygandgComputationTG2018TGZ^TG[Z[cU[Z]b 6.4 49

273 ”ibroniγGoouplinσGmn−lysisGoπGthμGxiσ−nζUoμntμrμζG}hosphorμsγμnγμGoπGs−sU}h−sμGsζPuuuQG−nζGxuPuuuQG
eU{xophμn−lμnUZUonμGoomplμxμsVGJournalgofgPhysicalgChemistrygATG2018TGZ[[TG[^bZU[^bc 2.8 4

272 ”ibr−tion−lGoohμrμnγμGoontrolsGyolμγul−rGrr−σmμnt−tionfG“ltr−π−stG}hotoζyn−miγsGoπGthμG[mσol·G
‘γ−ππolζVGJournalgofgPhysicalgChemistrygLettersTG2018TGeTGdX^UdZX 6.4 10
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271 sμ{rμPo{Q}P˛…UuQfG−Gσμrm−niumUironGγlustμrGwithGsμTGsμG−nζGsμGunitsVGChemicalgCommunicationsTG2018TG
a^TGZ[ZcUZ[[X 5.8 10

270 ’hμGπur−nGmiγrosolv−tionGblinζGγh−llμnσμGπorGqu−ntumGγhμmiγ−lGmμthoζsfGrirstGstμpsVGJournalgofg
ChemicalgPhysicsTG2018TGZ^dTGXZ^]XZ 3.9 34

269 nμthμU‘−lpμtμrGγorrμl−tionGμnμrσiμsGoπG−tomsG−nζGmolμγulμsVGJournalgofgChemicalgPhysicsTG2018TGZ^eTGZ^^ZXb3.9 16

268 oommuniγ−tionfGmGhybriζGnμthμU‘−lpμtμrWtimμUζμpμnζμntGζμnsityUπunγtion−lUthμoryG−ppro−γhGπorG
μxγit−tionGμnμrσiμsVGJournalgofgChemicalgPhysicsTG2018TGZ^eTGZXZZXZ 3.9 17

267
oorrμl−tionGoπGthμGstruγtur−lGinπorm−tionGobt−inμζGπorGμuropiumUγhμl−tμGμnsμmblμsGπromGσ−sUph−sμG
photoluminμsγμnγμG−nζGionUmobilityGspμγtrosγopyGwithGζμnsityUπunγtion−lGγomput−tionsG−nζG
liσ−nζUπiμlζGthμoryVGPhysicalgChemistrygChemicalgPhysicsTG2017TGZeTGbZXaUbZZ[

3.6 6

266 …u−siUrμl−tivistiγGtwoUγomponμntGγomput−tionsGoπGintμrmolμγul−rGζispμrsionGμnμrσiμsVGMolecularg
PhysicsTG2017TGZZaTG[ccaU[cdZ 1.7 9

265 z−tur−lGtr−nsitionGorbit−lsGπorGthμGγ−lγul−tionGoπGγorrμl−tionG−nζGμxγit−tionGμnμrσiμsVGChemicalg
PhysicsgLettersTG2017TGbceTGa[Uae 2.5 20

264 ’hμG‘truγturμGoπGpiphμnylGqthμrUyμth−nolGinGthμGqlμγtroniγ−llyGqxγitμζG−nζGuoniγGsrounζG‘t−tμsfGmG
oombinμζGu†W“”G‘pμγtrosγopiγG−nζG’hμorμtiγ−lG‘tuζyVGChemPhysChemTG2017TGZdTG]b]^U]b^Z 3.2 6

263 oomput−tion−lG‘tuζyGoπGthμGyolμγul−rG‘truγturμG−nζGtyζroσμnGnonζinσGinGthμGt−miltonG
–μζσμWoy−nuriγGmγiζGninζinσGyotiπVGChemPhysChemTG2017TGZdTG]]a[U]]ae 3.2 1

262 “ltr−π−stGμxγitμζUst−tμGrμl−x−tionGoπG−Gbinuγlμ−rGmσPiQGphosphinμGγomplμxGinGσ−sGph−sμG−nζGsolutionVG
PhysicalgChemistrygChemicalgPhysicsTG2017TGZeTG[[cdaU[[dXX 3.6 12

261 oommuniγ−tionfG‘ymmμtryU−ζ−ptμζGpμrturb−tionGthμoryGwithGintμrmolμγul−rGinζuγtionG−nζG
ζispμrsionGμnμrσiμsGπromGthμGnμthμU‘−lpμtμrGμqu−tionVGJournalgofgChemicalgPhysicsTG2017TGZ^cTGZdZZXZ 3.9 21

260 mGpinuγlμ−rGsolζPuQGnisPo−rbμnμQGoomplμxGn−sμζGonG−GpitopiγGoyγliγGPmrylQPmminoQo−rbμnμG
rr−mμworkVGZeitschriftgFurgAnorganischegUndgAllgemeinegChemieTG2016TGb^[TGZ][XUZ][d 1.3 10

259
mGnoronUrluorin−tμζG’risPpyr−zolylQbor−tμGxiσ−nζGPPrQG’pRQG−nζGutsGyonoUG−nζGpinuγlμ−rGooppμrG
oomplμxμsG[ouPPrQG’pRQ[G·G−nζG[ou[GPPrQG’pRQ[G·fG‘ynthμsisTG‘truγturμsTG−nζGpr’Go−lγul−tionsVG
ChemistrygvgAgEuropeangJournalTG2016TG[[TGce]aU^]

4.8 11

258 s−sU}h−sμG}hotoluminμsγμnγμGoh−r−γtμriz−tionGoπG‘toiγhiomμtriγ−llyG}urμGzon−nuγlμ−rGx−nth−noiζG
tyζroxoGoomplμxμsGoomprisinσGquropiumGorGs−ζoliniumVGInorganicgChemistryTG2016TGaaTG]]ZbU[] 5.1 9

257 “”Gπr−σmμnt−tionG−nζGultr−π−stGζyn−miγsGoπGtrinuγlμ−rGsilvμrWZUmμthylthyminμG−nζG
silvμrWZUmμthylur−γilGmμt−lUb−sμGp−irsGinG−nGionGtr−pVGChemicalgPhysicsgLettersTG2016TGbaeTGaaUbX 2.5 3

256 mγγur−tμGζissoγi−tionGμnμrσiμsGoπGtwoGisomμrsGoπGthμGZUn−phtholkγyγloprop−nμGγomplμxVGJournalgofg
ChemicalgPhysicsTG2016TGZ^aTGZb^]X^ 3.9 14

255 oommuniγ−tionfGmGsimpliπiμζGγouplμζUγlustμrGx−σr−nσi−nGπorGpol−riz−blμGμmbμζζinσVGJournalgofg
ChemicalgPhysicsTG2016TGZ^^TGX^ZZXZ 3.9 6

254 piππμrμnti−lGy−nyUnoζyGooopμr−tivityGinGqlμγtroniγG‘pμγtr−GoπG{liσonuγlμ−rG’r−nsitionUyμt−lG
oomplμxμsVGChemPhysChemTG2016TGZcTG]cU^a 3.2 14
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253 qxpμrimμnt−lG−nζG’hμorμtiγ−lGpμtμrmin−tionGoπGpissoγi−tionGqnμrσiμsGoπGpispμrsionUpomin−tμζG
mrom−tiγGyolμγul−rGoomplμxμsVGChemicalgReviewsTG2016TGZZbTGabZ^U^Z 68.1 50

252 mppro−γhinσG}hosphorμsγμnγμGxiπμtimμsGinG‘olutionfG’hμG’woUoomponμntG}ol−riz−blμUqmbμζζinσG
mpproxim−tμGoouplμζUolustμrGyμthoζVGJournalgofgChemicalgTheorygandgComputationTG2016TGZ[TG[da]UbX 6.4 9

251 }hotophysiγ−lG}ropμrtiμsGoπGnμnzoylσμrm−nμG−nζGp−r−U‘ubstitutμζGpμriv−tivμsfG‘ubstituμntGqππμγtsG
onGqlμγtroniγG’r−nsitionsVGChemPhysChemTG2016TGZcTG]^bXU]^be 3.2 15

250 qxpliγitlyUγorrμl−tμζGrinσUγouplμζUγlustμrUζoublμsGthμoryfGunγluζinσGμxγh−nσμGπorGγomput−tionsGonG
γlosμζUshμllGsystμmsVGChemicalgPhysicsTG2016TG^ceTGZbXUZbe 2.3 3

249 “nprμγμζμntμζGpsμuζoUorthoG−nζGorthoGmμt−ll−tionGoπG[[V[·p−r−γyγloph−nμsUU−GmμthylGσroupG
m−ttμrsVGChemicalgCommunicationsTG2015TGaZTG^ce]Ua 5.8 14

248
mbGunitioG‘tuζyGoπGthμGmζsorptionGoπG‘m−llGyolμγulμsGonGyμt−lU{rσ−niγGrr−mμworksGwithG
{xoUγμntμrμζG’rimμt−lliγGnuilζinσG“nitsfG’hμG†olμGoπGthμG“nζμrγoorζin−tμζGyμt−lGuonVGInorganicg
ChemistryTG2015TGa^TGd[aZUb]

5.1 43

247 yoζμlinσGthμGtistiζinμU}hμnyl−l−ninμGuntμr−γtionfG’hμGzt´•´•´•ˇ�GtyζroσμnGnonζGoπGumiζ−zolμ´•nμnzμnμVG
JournalgofgPhysicalgChemistrygBTG2015TGZZeTGcccdUeX 3.4 22

246 oouplμζUγlustμrGrμπμrμnγμGv−luμsGπorGthμGs–[cG−nζGs–ZXXGtμstGsμtsGπorGthμG−ssμssmμntGoπGs–G
mμthoζsVGMoleculargPhysicsTG2015TGZZ]TGZea[UZebX 1.7 57

245 ’imμUrμsolvμζGu†GspμγtrosγopyGoπG−Gtrinuγlμ−rGp−ll−ζiumGγomplμxGinGsolutionVGPhysicalgChemistryg
ChemicalgPhysicsTG2015TGZcTGZ^Z]dU^^ 3.6 22

244
zonUγov−lμntGuntμr−γtionsGoπGo{â��GwithGrunγtion−lGsroupsGoπGyμt−lU{rσ−niγGrr−mμworksGπromG−G
oo‘pP’QG‘γhμmμGmppliγ−blμGtoGx−rσμG‘ystμmsVGJournalgofgChemicalgTheorygandgComputationTG2015TG
ZZTGZac^Ud^

6.4 24

243 [P}bbudQ{ynPo{Qa}b·P[UQfG−nGoγt−hμζr−lGPyb—dQUlikμGγlustμrGwithGinvμrtμζGbonζinσVGInorganicg
ChemistryTG2015TGa^TG]edeUe^ 5.1 13

242 qxpliγitlyGγorrμl−tμζGrinσUγouplμζUγlustμrUζoublμsGthμoryVGJournalgofgChemicalgPhysicsTG2015TGZ^[TGZe^ZXb3.9 8

241 pμsγriptionGoπGspinUorbitGγouplinσGinGμxγitμζGst−tμsGwithGtwoUγomponμntGmμthoζsGb−sμζGonG
−pproxim−tμGγouplμζUγlustμrGthμoryVGJournalgofgChemicalgPhysicsTG2015TGZ^[TGZX^ZXe 3.9 17

240
’risP]TaUζimμthylpyr−zolylQmμth−nμUb−sμζGhμtμrobimμt−lliγGγomplμxμsGth−tGγont−inGZnGUG−nζGoζGUG
tr−nsitionUmμt−lGbonζsfGsynthμsisTGstruγturμsTG−nζGqu−ntumGγhμmiγ−lGγ−lγul−tionsVGChemistrygvgAg
EuropeangJournalTG2015TG[ZTG[eXaUZ^

4.8 14

239 mγtiv−tionGμnth−lpiμsG−nζGμntropiμsGoπGthμG−tropisomμriz−tionGoπGsubstitutμζGbutylUbriζσμζG
biphμnylsVGPhysicalgChemistrygChemicalgPhysicsTG2015TGZcTGZZZbaUc] 3.6 9

238
mγγur−tμG−tomiz−tionGμnμrσiμsGπromGγombininσGγouplμζUγlustμrGγomput−tionsGwithG
intμrπμrμnγμUγorrμγtμζGμxpliγitlyGγorrμl−tμζGsμγonζUorζμrGpμrturb−tionGthμoryVGTheoreticalg
ChemistrygAccountsTG2014TGZ]]TGZ

1.9 26

237 ’hμGp−ltonGqu−ntumGγhμmistryGproσr−mGsystμmVGWileygInterdisciplinarygReviews:gComputationalg
MoleculargScienceTG2014TG^TG[beU[d^ 7.9 956

236 ‘ubstitution−lGphotoluminμsγμnγμGmoζul−tionGinG−ζζuγtsGoπG−GμuropiumGγhμl−tμGwithG−Gr−nσμGoπG
−lk−liGmμt−lGγ−tionsfG−Gσ−sUph−sμGstuζyVGJournalgofgPhysicalgChemistrygATG2014TGZZdTGe^UZX[ 2.8 12

(2014-2016)

5



235 ooin−σμGyμt−lGoomplμxμsGoπG’risPpyr−zolylQmμth−niζμUn−sμζG†μζoxUmγtivμGyμt−lloliσ−nζsVG
OrganometallicsTG2014TG]]TGe^ZUeaZ 3.8 25

234 unUζμpthGμxplor−tionGoπGthμGphotophysiγsGoπG−Gtrinuγlμ−rGp−ll−ζiumGγomplμxVGPhysicalgChemistryg
ChemicalgPhysicsTG2014TGZbTGd]][Ud 3.6 9

233 oh−r−γtμriz−tionGoπGzon−nuγlμ−rGquropiumG−nζGs−ζoliniumGoomplμxμsGbyGs−sU}h−sμGxuminμsγμnγμG
‘pμγtrosγopyVGJournalgofgPhysicalgChemistrygLettersTG2014TGaTGZc[cU]Z 6.4 12

232 yμγh−noγhμmistryfGthμGμππμγtGoπGζyn−miγsVGJournalgofgPhysicalgChemistrygATG2014TGZZdTGcbd]Ue^ 2.8 19

231 qππμγtGoπG}rotonG‘ubstitutionGbyGmlk−liGuonsGonGthμGrluorμsγμnγμGqmissionGoπG†hoζ−minμGnGo−tionsG
inGthμGs−sG}h−sμVGJournalgofgPhysicalgChemistrygATG2014TGZZdTG]cdcU]ce^ 2.8 19

230
{riμntμζGγirγul−rGζiγhroismG−n−lysisGoπGγhir−lGsurπ−γμU−nγhorμζGmμt−lUorσ−niγGπr−mμworksGσrownGbyG
liquiζUph−sμGμpit−xyG−nζGuponGlo−ζinσGwithGγhir−lGσuμstGγompounζsVGChemistrygvgAgEuropeangJournalTG
2014TG[XTGedceUd[

4.8 51

229 mγγur−tμGγomput−tionsGoπGthμGstruγturμsG−nζGbinζinσGμnμrσiμsGoπGthμGimiζ−zolμVGChemicalgPhysicsTG
2014TG^^ZTGZcU[[ 2.3 19

228 ’urbomolμVGWileygInterdisciplinarygReviews:gComputationalgMoleculargScienceTG2014TG^TGeZUZXX 7.9 710

227 orthoU}μrπluoro−lkyl−tionG−nζGμthoxyγ−rbonylζiπluoromμthyl−tionGoπG−rom−tiγGtri−zμnμsVGJournalgofg
OrganicgChemistryTG2013TGcdTGce]dU^d 4.2 54

226 ‘ystμm−tiγGγonstruγtionGoπGγomplμmμnt−ryG−uxili−ryGb−sisGsμtsGπromG−nζGπorG−tomiγGn−tur−lGorbit−lsVG
MoleculargPhysicsTG2013TGZZZTG[adaU[ae] 1.7

225 mγγur−tμGnonUγov−lμntGintμr−γtionsGwithGb−sisUsμtGγorrμγtionsGπromGintμrπμrμnγμUγorrμγtμζG
pμrturb−tionGthμoryfGγomp−risonGwithGthμG‘[[nGζ−t−b−sμVGMoleculargPhysicsTG2013TGZZZTG[[eeU[]Xa 1.7 14

224 †obustGπittinσGtμγhniquμsGinGthμGγh−inGoπGsphμrμsG−pproxim−tionGtoGthμGroγkGμxγh−nσμfG’hμGrolμGoπG
thμGγomplμmμnt−ryGsp−γμVGJournalgofgChemicalgPhysicsTG2013TGZ]eTGXe^ZZZ 3.9 59

223 qlμγtronGtunnμlinσGπromGμlμγtroniγ−llyGμxγitμζGst−tμsGoπGisol−tμζGbisζisulizolμUζμrivμζGtri−nionG
γhromophorμsGπollowinσG“”G−bsorptionVGPhysicalgChemistrygChemicalgPhysicsTG2013TGZaTGbc[bU]b 3.6 15

222 …u−ntiπiγ−tionGoπGintr−molμγul−rGγoopμr−tivityGinGpolynuγlμ−rGspinGγrossovμrGrμPuuQGγomplμxμsGbyG
ζμnsityGπunγtion−lGthμoryGγ−lγul−tionsVGPhysicalgChemistrygChemicalgPhysicsTG2013TGZaTGZa^aXUd 3.6 14

221 untrinsiγGπluorμsγμnγμGpropμrtiμsGoπGrhoζ−minμGγ−tionsGinGσ−sUph−sμfGtriplμtGliπμtimμsG−nζGζispμrsμζG
πluorμsγμnγμGspμγtr−VGPhysicalgChemistrygChemicalgPhysicsTG2013TGZaTGdZb[UcX 3.6 29

220 ‘inσlμG−nζGyultiplμGmζζitionsGoπGpibμnzoylmμth−nμGontoGnuγkminstμrπullμrμnμVGEuropeangJournalg
ofgOrganicgChemistryTG2013TG[XZ]TGceXcUceZ] 3.2 9

219 ‘ynthμsisTGstruγturμTG−nζGγh−r−γtμriz−tionGoπGζinuγlμ−rGγoppμrPuQGh−liζμGγomplμxμsGwithG}äzGliσ−nζsG
πμ−turinσGμxγitinσGphotoluminμsγμnγμGpropμrtiμsVGInorganicgChemistryTG2013TGa[TG[[e[U]Xa 5.1 282

218 mtropisomμriz−tionGoπGζiUp−r−UsubstitutμζGpropylUbriζσμζGbiphμnylGγyγloph−nμsVGOrganicgandg
BiomoleculargChemistryTG2013TGZZTGZZXUd 3.9 20

WillemtKlopper

6



217 oommuniγ−tionfGμxpliγitlyUγorrμl−tμζGsμγonζUorζμrGγorrμγtionGtoGthμGγorrμl−tionGμnμrσyGinGthμG
r−nζomUph−sμG−pproxim−tionVGJournalgofgChemicalgPhysicsTG2013TGZ]dTGZdZZX^ 3.9 8

216 oommuniγ−tionfGqxtμnsionGoπG−Gunivμrs−lGμxpliγitGμlμγtronGγorrμl−tionGγorrμγtionGtoGσμnμr−lG
γomplμtμG−γtivμGsp−γμsVGJournalgofgChemicalgPhysicsTG2013TGZ]dTG[ZZZXZ 3.9 7

215 oommuniγ−tionfGtwoUγomponμntGrinσUγouplμζUγlustμrGγomput−tionGoπGthμGγorrμl−tionGμnμrσyGinGthμG
r−nζomUph−sμG−pproxim−tionVGJournalgofgChemicalgPhysicsTG2013TGZ]eTGZeZZX[ 3.9 6

214 ’μthμrinσGπorGsμlμγtivμGsynthμsisGoπG[T[OUbiphμnolsfGthμG−γμt−lGmμthoζVGChemistrygvgAgEuropeang
JournalTG2013TGZeTGZcd[cU]a 4.8 16

213 mGγompositμGâ��ζμnsityGπittinσGSGnumμriγ−lGintμσr−tionâ��G−pproxim−tionGπorGμlμγtronUrμpulsionG
intμσr−lsVGMoleculargPhysicsTG2013TGZZZTGZZ[eUZZ^[ 1.7 5

212 nμnγhm−rkinσGthμGlithiumUthiophμnμGγomplμxVGChemPhysChemTG2013TGZ^TGcXdUZa 3.2 14

211 mGunivμrs−lGμxpliγitGμlμγtronGγorrμl−tionGγorrμγtionG−ppliμζGtoGyukhμrjμμâ��sGmultiUrμπμrμnγμG
pμrturb−tionGthμoryVGChemicalgPhysicsgLettersTG2012TGa]ZTG[^cU[aZ 2.5 20

210 ’hμorμtiγ−lGrμπμrμnγμGv−luμsGπorGthμGmqbG−nζGntbGtμstGsμtsGπromGμxpliγitlyGγorrμl−tμζG
γouplμζUγlustμrGthμoryVGTheoreticalgChemistrygAccountsTG2012TGZ]ZTGZ 1.9 29

209 zμwG−γγur−tμGrμπμrμnγμGμnμrσiμsGπorGthμGs[WecGtμstGsμtVGJournalgofgChemicalgPhysicsTG2012TGZ]bTGZb^ZX[ 3.9 40

208 ‘truγturμGrμvisionGoπGpl−kotμninGb−sμζGonGγomput−tion−lGinvμstiσ−tionGoπGtr−nsitionGst−tμsG−nζG
spμγtrosγopiγGpropμrtiμsVGJournalgofgthegAmericangChemicalgSocietyTG2012TGZ]^TG[Za^UbX 16.4 8

207 ’hμGpl−kotμninsfGbiomimμtiγGpiμlsUmlζμrGrμ−γtionsTGtot−lGsynthμsisTGstruγtur−lGinvμstiσ−tionsTG−nζG
γhμmiγ−lGbioloσyVGChemistrygvgAgEuropeangJournalTG2012TGZdTGZaXX^U[X 4.8 4

206 [—um·[rμuPo{Q]P‘nu]Q[·GP—umfGqyumTGqtumTG}yumQGγont−ininσG−Gb−rbμllUsh−pμζGrμ‘n[Uγ−rbonylG
γomplμxVGDaltongTransactionsTG2012TG^ZTGZXbXaUZZ 4.3 9

205 [{rμPo{Q]}^{‘nu}bu^·[UfGthμGπirstGbimμt−lliγG−ζ−m−nt−nμUlikμGγlustμrVGChemistrygvgAgEuropeangJournalTG
2012TGZdTGZ]bXXU^ 4.8 14

204 [[V[·}−r−γyγloph−nμζiylζiphosph−nμGoomplμxμsGoπGsolζVGEuropeangJournalgofgInorganicgChemistryTG
2012TG[XZ[TGaX]]UaX^[ 2.3 30

203 qxpliγitlyGγorrμl−tμζGμlμγtronsGinGmolμγulμsVGChemicalgReviewsTG2012TGZZ[TG^Uc^ 68.1 419

202 o−lγul−tionGoπGthμGtwoUμlμγtronGp−rwinGtμrmGusinσGμxpliγitlyGγorrμl−tμζGw−vμGπunγtionsVGChemicalg
PhysicsTG2012TG^XZTGZ^bUZaZ 2.3 2

201
’hμGy}[GbinζinσGμnμrσyGoπGthμGμthμnμGζimμrG−nζGitsGζμpμnζμnγμGonGthμG−uxili−ryGb−sisGsμtsfG−G
bμnγhm−rkGstuζyGusinσG−GnμwlyGζμvμlopμζGinπr−struγturμGπorGthμGproγμssinσGoπGqu−ntumGγhμmiγ−lG
ζ−t−VGMoleculargPhysicsTG2012TGZZXTG[a[]U[a]^

1.7 7

200 ’uninσGthμGs−pfGqlμγtroniγG}ropμrtiμsG−nζG†−ζiγ−lU’ypμG†μ−γtivitiμsGoπGtμtμronuγlμ−rG
[ZVZVZ·}ropμll−nμsGoπGtμ−viμrGsroupGZ^GqlμmμntsVGOrganometallicsTG2011TG]XTGZ^ZeUZ^[d 3.8 25

(2011-2013)
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199 qxpμrimμnt−lG−nζG’hμorμtiγ−lG‘tuζyGoπGzovμlGxuminμsγμntGpiUTG’riUTG−nζG’μtr−nuγlμ−rGooppμrG
’ri−zolμGoomplμxμsVGOrganometallicsTG2011TG]XTG][caU][d] 3.8 65

198 mbGunitioG’hμoryGπorGmγγur−tμG‘pμγtrosγopiγGoonst−ntsG−nζGyolμγul−rG}ropμrtiμsG2011TG 2

197 ’hμGphμnylGSGphμnylGrμ−γtionG−sGp−thw−yGtoGbμnzynμsfGmnGμxpμrimμnt−lG−nζGthμorμtiγ−lGstuζyVG
ChemicalgPhysicsgLettersTG2011TGaZ]TG[XU[b 2.5 17

196
qππμγtsGoπGγountμrpoisμGγorrμγtionG−nζGb−sisGsμtGμxtr−pol−tionGonGthμGy}[GσμomμtriμsGoπGhyζroσμnG
bonζμζGζimμrsGoπG−mmoni−TGw−tμrTG−nζGhyζroσμnGπluoriζμVGPhysicalgChemistrygChemicalgPhysicsTG
2011TGZ]TGZ[]XUd

3.6 30

195 untμrπμrμnγμUγorrμγtμζGμxpliγitlyUγorrμl−tμζGsμγonζUorζμrGpμrturb−tionGthμoryVGChemicalgPhysicsg
LettersTG2011TGaX]TGZacUZbZ 2.5 23

194 y−σnμtiγGpropμrtiμsGoπGp−ζζlμwhμμlsG−nζGtrinuγlμ−rGγlustμrsGwithGμxposμζGmμt−lGsitμsVG
ChemPhysChemTG2011TGZ[TG]]XcUZe 3.2 27

193 ’hμGy}[UrZ[GmμthoζGinGthμG’urbomolμGproσr−mGp−γk−σμVGJournalgofgComputationalgChemistryTG
2011TG][TG[^e[UaZ] 3.5 92

192 mγγμlμr−tionGoπGsμlπUγonsistμntUπiμlζGγonvμrσμnγμGbyGγombininσGγonvμntion−lGζi−σon−liz−tionG−nζG−G
ζi−σon−liz−tionUπrμμGproγμζurμVGJournalgofgComputationalgChemistryTG2011TG][TG]Z[eU]^ 3.5 6

191
tμ−tinσG−GbowlGoπGsinσlμUmolμγulμUsoupfGstruγturμG−nζGζμsorptionGμnμrσμtiγsGoπG
w−tμrUμnγ−psul−tμζGopμnUγ−σμG[bX·GπullμrμnoiζG−nionsGinGthμGσ−sUph−sμVGPhysicalgChemistrygChemicalg
PhysicsTG2011TGZ]TGedZdU[]

3.6 29

190 ’hμGπorm−lGγombin−tionGoπGthrμμGsinσlμtGbir−ζiγ−loiζGμntitiμsGtoG−GsinσlμtGhμx−r−ζiγ−loiζGmμt−lloiζG
sμZ^[‘iP‘iyμ]Q]·a[xiP’trQ[·]GγlustμrVGJournalgofgthegAmericangChemicalgSocietyTG2011TGZ]]TG[aZdU[^ 16.4 39

189 sμnμtiγG−lσorithmGζμnsityGπunγtion−lGthμoryGstuζyGoπGγrownGμthμrâ��ζibμnzyl−mmoniumG
[[·psμuζorot−x−nμsVGComputationalgandgTheoreticalgChemistryTG2011TGebbTGZdbUZe] 2 5

188 ‘pinGπlippinσGinGrinσUγouplμζUγlustμrUζoublμsGthμoryVGChemicalgPhysicsgLettersTG2011TGaZXTGZ^cUZa] 2.5 41

187 ‘γ−l−rGrμl−tivistiγGμxpliγitlyGγorrμl−tμζG†Z[GmμthoζsVGJournalgofgChemicalgPhysicsTG2010TGZ][TG[Z^ZX^ 3.9 17

186 ‘ubUmμ”G−γγur−γyGinGπirstUprinγiplμsGγomput−tionsGoπGthμGioniz−tionGpotμnti−lsG−nζGμlμγtronG
−ππinitiμsGoπGthμG−tomsGtGtoGzμVGPhysicalgReviewgATG2010TGdZTG 2.6 32

185 mn−lytiγGo−lγul−tionGoπGrirstUorζμrGyolμγul−rG}ropμrtiμsG−tGthμGqxpliγitlyUγorrμl−tμζG‘μγonζUorζμrG
yˆ‚llμrU}lμssμtGxμvμlVGZeitschriftgFurgPhysikalischegChemieTG2010TG[[^TGbeaUcXd 3.1 11

184 ‘μγonζUorζμrGμlμγtronUγorrμl−tionG−nζGsμlπUγonsistμntGspinUorbitGtrμ−tmμntGoπGhμ−vyGmolμγulμsG−tG
thμGb−sisUsμtGlimitVGJournalgofgChemicalgPhysicsTG2010TGZ][TGXe^ZXd 3.9 28

183 x−rσμU−mplituζμGvibr−tionsGoπG−nGzUtVVVpiGhyζroσμnGbonζμζGγisU−miζμUbμnzμnμGγomplμxVGPhysicalg
ChemistrygChemicalgPhysicsTG2010TGZ[TGd[XdUZd 3.6 14

182 ‘ynthμsisGoπG−Gpμnt−sil−propμll−nμVGqxplorinσGthμGn−turμGoπG−GstrμtγhμζGsiliγonUsiliγonGbonζGinG−G
nonγl−ssiγ−lGmolμγulμVGJournalgofgthegAmericangChemicalgSocietyTG2010TGZ][TGZX[b^Ua 16.4 88

WillemtKlopper

8



181 {pμnUshμllGμxpliγitlyGγorrμl−tμζGrZ[GmμthoζsVGMoleculargPhysicsTG2010TGZXdTG]ZaU][a 1.7 38

180 mn−lytiγ−lGnuγlμ−rGσr−ζiμntsGoπGthμGμxpliγitlyGγorrμl−tμζGyˆ‚llμrâ��}lμssμtGsμγonζUorζμrGμnμrσyVG
MoleculargPhysicsTG2010TGZXdTGZcd]UZceb 1.7 15

179
†iζσμUtilμUlikμGγhir−lGtopoloσyfGsynthμsisTGrμsolutionTG−nζGγomplμtμGγhiroptiγ−lGγh−r−γtμriz−tionGoπG
μn−ntiomμrsGoπGμζσμUsh−rinσGbinuγlμ−rGsqu−rμGpl−n−rGγomplμxμsGoπGziPuuQGbμ−rinσG−γhir−lGliσ−nζsVG
JournalgofgthegAmericangChemicalgSocietyTG2010TGZ][TGZX^ccUd]

16.4 39

178 mutom−tμζGinγrμmμnt−lGsγhμmμGπorGμxpliγitlyGγorrμl−tμζGmμthoζsVGJournalgofgChemicalgPhysicsTG2010
TGZ][TGZb^ZZ^ 3.9 34

177 mγγur−tμGγomput−tion−lGthμrmoγhμmistryGπromGμxpliγitlyGγorrμl−tμζGγouplμζUγlustμrGthμoryVG
TheoreticalgChemistrygAccountsTG2010TGZ[bTG[deU]X^ 1.9 54

176 ‘witγh−blμG{pμnUo−σμGrullμrμnμGπorG–−tμrGqnγ−psul−tionVGAngewandtegChemieTG2010TGZ[[TGZXZ]ZUZXZ]^3.6 24

175 ‘witγh−blμGopμnUγ−σμGπullμrμnμGπorGw−tμrGμnγ−psul−tionVGAngewandtegChemiegvgInternationalgEditionTG
2010TG^eTGee]aUd 16.4 67

174
tyζroσμnG−bstr−γtionGπromGbiphμnylTG−γμn−phthylμnμTGn−phth−lμnμG−nζGphμn−nthrμnμGbyG−tomiγG
hyζroσμnG−nζGmμthylGr−ζiγ−lfGpr’G−nζGs]Py}[QU†mpGζ−t−VGComputationalgandgTheoreticalgChemistryTG
2010TGe^XTGZZaUZZd

25

173 untμr−γtionGoπGthμG−lγoholGmolμγulμsGmμth−nolG−nζGμth−nolGwithGsinσlμUw−llμζGγ−rbonGn−notubμsGâ��G
mGγomput−tion−lGstuζyVGChemicalgPhysicsgLettersTG2010TG^edTG]^aU]^d 2.5 7

172 qxpliγitlyGoorrμl−tμζGoouplμζUolustμrG’hμoryVGChallengesgandgAdvancesgingComputationalgChemistryg
andgPhysicsTG2010TGa]aUac[ 0.7 39

171 mn−lytiγGo−lγul−tionGoπGrirstUorζμrGyolμγul−rG}ropμrtiμsG−tGthμGqxpliγitlyUγorrμl−tμζG‘μγonζUorζμrG
yllμrU}lμssμtGxμvμlG2010TG^XaU^Zd

170 zonUu}†GobXGsoliζsVGJournalgofgChemicalgPhysicsTG2009TGZ]XTGZb^cXa 3.9 17

169 y−σnμtiγ−llyGinζuγμζGγurrμntGζμnsitiμsGinG−rom−tiγTG−nti−rom−tiγTGhomo−rom−tiγTG−nζGnon−rom−tiγG
hyζroγ−rbonsVGJournalgofgPhysicalgChemistrygATG2009TGZZ]TGdbbdUcb 2.8 138

168 }μnt−σμrm−[ZVZVZ·propμll−nμfGmGoombinμζGqxpμrimμnt−lG−nζG…u−ntumGohμmiγ−lG‘tuζyGonGthμG
z−turμGoπGthμGuntμr−γtionsGbμtwμμnGthμGnriζσμhμ−ζGmtomsVGAngewandtegChemieTG2009TGZ[ZTGZ^]eUZ^^^ 3.6 25

167 mbGinitioGstuζyGoπGthμGintμr−γtionsGbμtwμμnGo{P[QG−nζGzUγont−ininσGorσ−niγGhμtμroγyγlμsVG
ChemPhysChemTG2009TGZXTG]c^Ud] 3.2 164

166 yomμnt−uπn−hmμnGbμiGζμrGnilζunσGμinμrGmlUmlUˇ�UninζunσG−usG{ml†[}UqinhμitμnGâ��GμxpμrimμntμllμG
unζGqu−ntμnγhμmisγhμGnμπunζμVGAngewandtegChemieTG2009TGZ[ZTGd[daUd[eX 3.6 37

165
}μnt−σμrm−[ZVZVZ·propμll−nμfG−GγombinμζGμxpμrimμnt−lG−nζGqu−ntumGγhμmiγ−lGstuζyGonGthμGn−turμG
oπGthμGintμr−γtionsGbμtwμμnGthμGbriζσμhμ−ζG−tomsVGAngewandtegChemiegvgInternationalgEditionTG
2009TG^dTGZ^ZZUb

16.4 38

164 ‘n−pshotsGoπGthμGmlUmlGsiσm−UbonζGπorm−tionGst−rtinσGπromG{ml†[}GunitsfGμxpμrimμnt−lG−nζG
γomput−tion−lGobsμrv−tionsVGAngewandtegChemiegvgInternationalgEditionTG2009TG^dTGdZ^ZUa 16.4 71

(2009-2010)
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163 ’hμGσμmin−lGb−sisGinGμxpliγitlyGγorrμl−tμζGw−vμGπunγtionsVGChemicalgPhysicsTG2009TG]abTG[aU]X 2.3 24

162 mtomiz−tionGμnμrσiμsGπromGγouplμζUγlustμrGγ−lγul−tionsG−uσmμntμζGwithGμxpliγitlyUγorrμl−tμζG
pμrturb−tionGthμoryVGChemicalgPhysicsTG2009TG]abTGZ^U[^ 2.3 84

161 ’hμrmoγhμmistryGoπGthμGt{‘{[S{[G−ssoγi−tionGrμ−γtionG−nζGμnth−lpyGoπGπorm−tionGoπGt{‘{^fGmG
qu−ntumGγhμmiγ−lGstuζyVGChemicalgPhysicsgLettersTG2009TG^cXTGaeUb[ 2.5 8

160 “nμxpμγtμζG’rimμriz−tionGoπG}yr−zinμGinGthμGooorζin−tionG‘phμrμGoπGxowU”−lμntG’it−noγμnμG
rr−σmμntsVGJournalgofgChemicalgTheorygandgComputationTG2009TGaTG[X^^Ue 6.4 12

159 qxp−nζinσGthμGγoorζin−tionGγ−σμfG−GruthμniumPuuQUpolypyriζinμGγomplμxGμxhibitinσGhiσhGqu−ntumG
yiμlζsGunζμrG−mbiμntGγonζitionsVGInorganicgChemistryTG2009TG^dTGabccUd^ 5.1 67

158 {riσinGoπGthμGmrσonGz−noγo−tinσG‘hiπtGinGthμG{tG‘trμtγhinσGrunζ−mμnt−lGoπGnU}rop−nolfGmG
oombinμζGqxpμrimμnt−lG−nζG…u−ntumGohμmiγ−lG‘tuζyVGJournalgofgPhysicalgChemistrygCTG2009TGZZ]TGZXe[eUZXe]d3.8 22

157 ‘tronσGzUtVVVpiGhyζroσμnGbonζinσGinG−miζμUbμnzμnμGintμr−γtionsVGJournalgofgPhysicalgChemistrygBTG
2009TGZZ]TG[e]cU^] 3.4 94

156 mγγur−tμGγouplμζGγlustμrGγ−lγul−tionsGoπGthμGrμ−γtionGb−rriμrGhμiσhtsGoπGtwoGot]RGSGot^Grμ−γtionsVG
JournalgofgPhysicalgChemistrygATG2009TGZZ]TGZZbceUd^ 2.8 9

155
xowUlyinσG−bsorptionG−nζGμmissionGspμγtr−GoπGpyrμnμTGZTbUζithi−pyrμnμTG−nζGtμtr−thi−πulv−lμnμfGmG
γomp−risonGbμtwμμnG−bGinitioG−nζGtimμUζμpμnζμntGζμnsityGπunγtion−lGmμthoζsVGJournalgofgChemicalg
PhysicsTG2009TGZ]ZTG[[^]Za

3.9 30

154 mssμssmμntGoπGb−sisGsμtsGπorGrZ[GμxpliγitlyUγorrμl−tμζGmolμγul−rGμlμγtroniγUstruγturμGmμthoζsVG
MoleculargPhysicsTG2009TGZXcTGeb]Ueca 1.7 65

153
mbGinitioGstuζyGoπGthμGm−σnμtiγGμxγh−nσμGγouplinσGγonst−ntsGoπG−Gstruγtur−lGmoζμlG
[o−ynP]QPuuuQynPuuQ·GoπGthμGoxyσμnGμvolvinσGγμntμrGinGphotosystμmGuuVGPhysicalgChemistrygChemicalg
PhysicsTG2009TGZZTG]eXXUe

3.6 20

152 mnGinUζμpthGstuζyGonGhyζroσμnUbonζμζG]UpGπr−mμworksGpossμssinσGhyζrophobiγGl−yμrsG−nζG
hyζrophiliγGpill−rsVGCrystEngCommTG2009TGZZTG[^dX 3.3 6

151 {nμUζimμnsion−lGouPuuQGγoorζin−tionGpolymμrsfGtuninσGthμGstruγturμGbyGmoζul−tinσGthμGâ��γ−rboxyl−tμG
−rmâ��GlμnσthsGoπGpolyγ−rboxyl−tμGliσ−nζsVGCrystEngCommTG2009TGZZTGZXde 3.3 20

150 tyζriζμsG−nζGζimμrsGoπGoPadQGπullμrμnμsfGstruγturμsG−nζGst−bilitiμsVGPhysicalgChemistrygChemicalg
PhysicsTG2009TGZZTGZXaXUe 3.6 5

149 ‘γopμG−nζGlimit−tionsGoπGthμG‘o‘Uy}[GmμthoζGπorGst−γkinσG−nζGhyζroσμnGbonζinσGintμr−γtionsVG
PhysicalgChemistrygChemicalgPhysicsTG2008TGZXTG[cadUbb 3.6 78

148
mγγur−tμGbμnγhm−rkGγ−lγul−tionGoπGthμGrμ−γtionGb−rriμrGhμiσhtGπorGhyζroσμnG−bstr−γtionGbyGthμG
hyζropμroxylGr−ζiγ−lGπromGmμth−nμVGumpliγ−tionsGπorGoPnQtP[nS[QGwhμrμGnGiG[GUUjG^VGJournalgofg
PhysicalgChemistrygATG2008TGZZ[TGcX^cUa^

2.8 87

147 ‘μlπUγonsistμntGtrμ−tmμntGoπGspinUorbitGintμr−γtionsGwithGμππiγiμntGt−rtrμμUroγkG−nζGζμnsityG
πunγtion−lGmμthoζsVGPhysicalgChemistrygChemicalgPhysicsTG2008TGZXTGZc^dUab 3.6 125

146 …u−ntit−tivμGqu−ntumGγhμmistryVGMoleculargPhysicsTG2008TGZXbTG[ZXcU[Z^] 1.7 179
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145 o−lγul−tionGoπGm−σnμtiγ−llyGinζuγμζGγurrμntsGinGhyζroγ−rbonGn−norinσsVGJournalgofgPhysicalg
ChemistrygATG2008TGZZ[TGZ]ad^Ue[ 2.8 32

144
oommμntGonG…uintuplμU˛¶Gqu−lityGγouplμζUγlustμrGγorrμl−tionGμnμrσiμsGwithGtriplμU˛¶Gb−sisGsμtsGbyGpVG
}VG’μwTG–VGwloppμrTGoVGzμissG−nζGoVGtˆ⁄ttiσTG}hysVGohμmVGohμmVG}hysVTG[XXcTGeTGZe[ZG[μrr−tum·VG
PhysicalgChemistrygChemicalgPhysicsTG2008TGZXTGb][a

3.6 21

143 ‘l−tμrUtypμGσμmin−lsGinGμxpliγitlyUγorrμl−tμζGpμrturb−tionGthμoryfG−ppliγ−tionGtoGnU−lk−nolsG−nζG
−n−lysisGoπGμrrorsG−nζGb−sisUsμtGrμquirμmμntsVGPhysicalgChemistrygChemicalgPhysicsTG2008TGZXTG]]eXUe 3.6 36

142 oommμntGonGâ��winμtiγsG−nζGyμγh−nistiγGyoζμlGπorGtyζroσμnG‘pillovμrGonGnriζσμζGyμt−lU{rσ−niγG
rr−mμworksâ��VGJournalgofgPhysicalgChemistrygCTG2008TGZZ[TG]Za[U]Za^ 3.8 15

141 rirstU}rinγiplμsG‘tuζyGoπG‘inσlμG−nζGyultiplμGpihyζroσμnGuntμr−γtionGwithGxithiumGoont−ininσG
nμnzμnμGyolμγulμsVGJournalgofgPhysicalgChemistrygCTG2008TGZZ[TGZZadXUZZada 3.8 18

140 }hotoμlμγtronGspμγtrumGoπGv−lμnγμG−nionsGoπGur−γilG−nζGπirstUprinγiplμsGγ−lγul−tionsGoπGμxγμssG
μlμγtronGbinζinσGμnμrσiμsVGJournalgofgChemicalgPhysicsTG2008TGZ[eTGXa^]Xe 3.9 37

139 tμ−tGoπGπorm−tionGoπGthμGt{‘{[Gr−ζiγ−lGπromG−γγur−tμGqu−ntumGγhμmiγ−lGγ−lγul−tionsVGJournalgofg
ChemicalgPhysicsTG2008TGZ[eTGZZ^]Xd 3.9 19

138
xowGμnμrσyGhyζroσμn−tionGproζuγtsGoπGμxtμnζμζGpiGsystμmsGont[xfG−GζμnsityGπunγtion−lGthμoryG
sμ−rγhGstr−tμσyTGbμnγhm−rkμζG−σ−instGoo‘pP’QTG−nζG−ppliμζGtoGobXVGJournalgofgChemicalgPhysicsTG
2008TGZ[eTGZZ^]X]

3.9 10

137 qxpliγitlyGγorrμl−tμζGsμγonζUorζμrGpμrturb−tionGthμoryGγ−lγul−tionsGonGmolμγulμsGγont−ininσGhμ−vyG
m−inUσroupGμlμmμntsVGTheoreticalgChemistrygAccountsTG2008TGZ[ZTGZZUZe 1.9 27

136 zuγlμophiliγG−ζζitionsGtoG−lkyliζμnμGbisPsulπoxiζμsQfGstμrμoμlμγtroniγGμππμγtsGinGvinylGsulπoxiζμsVG
ChemistrygvgAgEuropeangJournalTG2008TGZ^TG^b]ZUe 4.8 25

135 usomμriγGml[†^TGyσ[†[G‘pμγiμsG−nζG{liσomμris−tionG}roζuγtsfGunvμstiσ−tionGoπGmlâ��mlG−nζGyσâ��yσGˇ�G
nonζinσVGEuropeangJournalgofgInorganicgChemistryTG2008TG[XXdTG^dceU^deX 2.3 28

134 mGζi−σon−lGorbit−lUinv−ri−ntGμxpliγitlyUγorrμl−tμζGγouplμζUγlustμrGmμthoζVGChemicalgPhysicsgLettersTG
2008TG^a[TG][bU]][ 2.5 113

133
’hμorμtiγ−lGinvμstiσ−tionGoπGμquilibriumG−nζGtr−nsitionGst−tμGstruγturμsTGbinζinσGμnμrσiμsG−nζG
b−rriμrGhμiσhtsGoπGw−tμrUμnγ−psul−tμζGopμnUγ−σμG[ae·πullμrμnonμGγomplμxμsVGChemicalgPhysicsg
LettersTG2008TG^baTG^dUa[

2.5 11

132 mγγur−tμG−bGinitioGγomput−tionGoπGthμrmoγhμmiγ−lGζ−t−GπorGo]txGspμγiμsVGChemicalgPhysicsTG2008TG
]^bTGabUbd 2.3 35

131 ’hμGspinGγouplinσGinGthμGζiironGγomplμxG[rμ[Phpζt−QPt[{Q]ol·VGPhysicalgChemistrygChemicalgPhysicsTG
2007TGeTGZeZZU[X 3.6 13

130 …uintuplμUzμt−Gqu−lityGγouplμζUγlustμrGγorrμl−tionGμnμrσiμsGwithGtriplμUzμt−Gb−sisGsμtsVGPhysicalg
ChemistrygChemicalgPhysicsTG2007TGeTGZe[ZU]X 3.6 223

129 mn−lytiγ−lGnuγlμ−rGσr−ζiμntsGπorGthμGy}[U†Z[GmμthoζVGMoleculargPhysicsTG2007TGZXaTG[abaU[acb 1.7 15

128 mbGunitioGyoζμlinσGoπGyμth−nolGuntμr−γtionGwithG‘inσlμU–−llμζGo−rbonGz−notubμsVGJournalgofg
PhysicalgChemistrygCTG2007TGZZZTGZdeZcUZde[b 3.8 29
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127 untμr−γtionGoπGζihyζroσμnGwithGsm−llG−nζGliσhtGmolμγulμsVGJournalgofgPhysicalgChemistrygATG2007TGZZZTG[^[bU]]2.8 10

126 n−sisGsμtGlimitGoo‘pP’QGh−rmoniγGvibr−tion−lGπrμquμnγiμsVGJournalgofgPhysicalgChemistrygATG2007TGZZZTGZZ[^[Ud2.8 82

125 n−sisGsμtGlimitGγouplμζGγlustμrGstuζyGoπGhUbonζμζGsystμmsG−nζG−ssμssmμntGoπGmorμG−pproxim−tμG
mμthoζsVGJournalgofgPhysicalgChemistrygATG2007TGZZZTGZZZ[[U]] 2.8 85

124 yolμγul−rGtyζroσμnGuntμr−γtionGwithGu†y{rUZfGGmGyultisγ−lμG’hμorμtiγ−lG‘tuζyVGJournalgofgPhysicalg
ChemistrygCTG2007TGZZZTGZ]b]aUZ]b^X 3.8 64

123
pμnsityGrunγtion−lG’hμoryG‘tuζyGoπGthμGrorm−tionGoπGz−phth−lμnμG−nζG}hμn−nthrμnμGπromG
†μ−γtionsGoπG}hμnylGwithG”inylUG−nζG}hμnyl−γμtylμnμVGJournalgofgChemicalgTheorygandgComputationTG
2007TG]TGZ]eU^a

6.4 26

122 zuγlμob−sμUπluorobμnzμnμGintμr−γtionsfGhyζroσμnGbonζinσGwinsGovμrGpiGst−γkinσVGAngewandteg
ChemiegvgInternationalgEditionTG2007TG^bTGc^^eUa[ 16.4 62

121 qlμγtronGγorrμl−tionfGthμGm−nyUboζyGproblμmG−tGthμGhμ−rtGoπGγhμmistryVGJournalgofgComputationalg
ChemistryTG2007TG[dTGZ]XcU[X 3.5 69

120
pμnsityUπunγtion−lGγ−lγul−tionGoπGthμGqu−ζrupolμGsplittinσGinGthμG[]z−Gzy†GspμγtrumGoπGthμGπμrriγG
whμμlGz−lrμbPtμ−QbGSGπorGv−riousGbrokμnUsymmμtryGst−tμsGoπGthμGtμisμnbμrσGspinGmoζμlVGEuropeang
PhysicalgJournalgBTG2007TGaaTG[[eU[]a

1.2 2

119 {ptimizμζG−γγur−tμG−uxili−ryGb−sisGsμtsGπorG†uUy}[G−nζG†uUoo[Gγ−lγul−tionsGπorGthμG−tomsG†bGtoG†nVG
TheoreticalgChemistrygAccountsTG2007TGZZcTGadcUaec 1.9 396

118 oouplμζUγlustμrG−nζGμxpliγitlyGγorrμl−tμζGpμrturb−tionUthμoryGγ−lγul−tionsGoπGthμGur−γilG−nionVG
JournalgofgChemicalgPhysicsTG2007TGZ[bTGXdaZXZ 3.9 59

117 ’hμGwμ−kGorthoσon−lityGπunγtion−lGinGμxpliγitlyGγorrμl−tμζGp−irGthμoriμsVGJournalgofgChemicalgPhysicsTG
2007TGZ[cTGZc^ZXa 3.9 17

116 qxpliγitlyGoorrμl−tμζGn−sisGrunγtionsGπorGx−rσμGyolμγulμsVGACSgSymposiumgSeriesTG2007TGZUZ[ 0.4

115
mGγlosμGlookG−tGshortGoUot]VVVpot−ssiumGγont−γtsfGsynthμtiγG−nζGthμorμtiγ−lGinvμstiσ−tionsGoπG
[y[oo[Pmu]U{tnuQ[Pmu[U{tnuQ^PthπQn·GPyGiGz−TGwTG†bTGthπGiGtμtr−hyζroπur−nQVGChemistrygvgAg
EuropeangJournalTG2006TGZ[TG[X][Ud

4.8 12

114 olμ−v−σμGoπGthμGz[GtriplμGbonζGbyGthμG’iGζimμrfG−GroutμGtoGmolμγul−rGm−tμri−lsGπorGζinitroσμnG
−γtiv−tionkVGAngewandtegChemiegvgInternationalgEditionTG2006TG^aTG[ceeUdX[ 16.4 50

113 pμnsityGπunγtion−lGstuζyGoπGmμthylGγhμmisorptionGonGpolyγyγliγG−rom−tiγGhyζroγ−rbonsVG
ChemPhysChemTG2006TGcTGZ]ZZU[Z 3.2 6

112 srowinσGσr−phμnμGshμμtsGπromGrμ−γtionsGwithGmμthylGr−ζiγ−lsfG−Gqu−ntumGγhμmiγ−lGstuζyVG
ChemPhysChemTG2006TGcTGZccXUd 3.2 18

111 mGsμγonζUqu−ntiz−tionGπr−mμworkGπorGthμGuniπiμζGtrμ−tmμntGoπGrμl−tivistiγG−nζGnonrμl−tivistiγG
molμγul−rGpμrturb−tionsGbyGrμsponsμGthμoryVGJournalgofgChemicalgPhysicsTG2006TGZ[aTG[^ZX[ 3.9 3

110 mγγur−tμGγomput−tion−lGζμtμrmin−tionGoπGthμGbinζinσGμnμrσyGoπGthμG‘{]GxGt[{GγomplμxVGJournalgofg
ChemicalgPhysicsTG2006TGZ[aTGXa^]Z[ 3.9 26
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109 oouplμζUγlustμrGrμsponsμGthμoryGwithGlinμ−rUrZ[GγorrμγtionsfGthμGoo[U†Z[GmoζμlGπorGμxγit−tionG
μnμrσiμsVGJournalgofgChemicalgPhysicsTG2006TGZ[^TGX^^ZZ[ 3.9 46

108 qxtμnsionsGoπGrZ[GγorrμγtionsGtoGoo[U†Z[GπorGμxγitμζGst−tμsVGJournalgofgChemicalgPhysicsTG2006TGZ[aTGb^ZZZ3.9 34

107 n−sisUsμtGμxtμnsionsGπorGtwoUγomponμntGspinUorbitGtrμ−tmμntsGoπGhμ−vyGμlμmμntsVGPhysicalg
ChemistrygChemicalgPhysicsTG2006TGdTG^db[Ua 3.6 54

106 †μ−γtivityGoπGtit−niumGζimμrG−nζGmolμγul−rGnitroσμnGinGr−rμGσ−sGm−triγμsVG”ibr−tion−lG−nζGμlμγtroniγG
spμγtr−G−nζGstruγturμGoπG’i[z[VGPhysicalgChemistrygChemicalgPhysicsTG2006TGdTG[XXXUZZ 3.6 24

105 n−sisUsμtGμxtr−pol−tionGtμγhniquμsGπorGthμG−γγur−tμGγ−lγul−tionGoπGmolμγul−rGμquilibriumG
σμomμtriμsGusinσGγouplμζUγlustμrGthμoryVGJournalgofgChemicalgPhysicsTG2006TGZ[aTG^^ZXd 3.9 203

104 mGγomp−risonGoπGlinμ−rG−nζGnonlinμ−rGγorrμl−tionGπ−γtorsGπorGb−sisGsμtGlimitGyˆ‚llμrU}lμssμtGsμγonζG
orζμrGbinζinσGμnμrσiμsG−nζGstruγturμsGoπGtμ[TGnμ[TG−nζGzμ[VGJournalgofgChemicalgPhysicsTG2006TGZ[aTGXe^]X[3.9 68

103 †Z[GmμthoζsGinGμxpliγitlyGγorrμl−tμζGmolμγul−rGμlμγtroniγGstruγturμGthμoryVGInternationalgReviewsging
PhysicalgChemistryTG2006TG[aTG^[cU^bd 7 360

102 unγlusionGoπGthμGP’QGtriplμsGγorrμγtionGintoGthμGlinμ−rUrZ[GγorrμγtμζGγouplμζUγlustμrGmoζμlG
oo‘pP†Z[QVGInternationalgJournalgofgQuantumgChemistryTG2006TGZXbTG[]XbU[]Zc 2.1 66

101 oommμntGonGâ��mGthμorμtiγ−lGstuζyGoπGn−noporousGorσ−niγGmolμγulμsGπorGhyζroσμnGstor−σμâ��G
[yiγroporVGyμsoporVGy−tμrVGdeGP[XXbQGZ]d·VGMicroporousgandgMesoporousgMaterialsTG2006TGe^TG]cZU]c[ 5.3 1

100 ‘oliζGoadGπilmsVGPhysicalgChemistrygChemicalgPhysicsTG2005TGcTG[dZbU[X 3.6 37

99 mnh−rmoniγGπorγμGπiμlζsG−nζGthμrmoζyn−miγGπunγtionsGusinσGζμnsityGπunγtion−lGthμoryVGMolecularg
PhysicsTG2005TGZX]TGdb]Udcb 1.7 52

98 slob−lG−n−lytiγ−lGpotμnti−lGμnμrσyGsurπ−γμGπorGl−rσμG−mplituζμGnuγlμ−rGmotionsGinG−mmoni−VGJournalg
ofgPhysicalgChemistrygBTG2005TGZXeTGd^]eUaZ 3.4 38

97 zμwGγorrμl−tionGπ−γtorsGπorGμxpliγitlyGγorrμl−tμζGμlμγtroniγGw−vμGπunγtionsVGJournalgofgChemicalg
PhysicsTG2005TGZ[]TGXc^ZXZ 3.9 220

96
mn−lytiγGγ−lγul−tionGoπGπirstUorζμrGmolμγul−rGpropμrtiμsG−tGthμGμxpliγitlyGγorrμl−tμζGsμγonζUorζμrG
yollμrU}lμssμtGlμvμlfGb−sisUsμtGlimitsGπorGthμGmolμγul−rGqu−ζrupolμGmomμntsGoπGntG−nζGtrVGJournalg
ofgChemicalgPhysicsTG2005TGZ[[TG[Z^]Xb

3.9 16

95 oouplμζUγlustμrGthμoryGwithGsimpliπiμζGlinμ−rUrPZ[QGγorrμγtionsfGthμGoo‘pP†Z[QGmoζμlVGJournalgofg
ChemicalgPhysicsTG2005TGZ[[TGd^ZXc 3.9 158

94 pr’GstuζyGoπGπullμrμnμGζimμrsVGChemPhysChemTG2005TGbTG[b[aU][ 3.2 21

93 mssμssmμntGoπGv−riousGζμnsityGπunγtion−lsG−nζGb−sisGsμtsGπorGthμGγ−lγul−tionGoπGmolμγul−rG
−nh−rmoniγGπorγμGπiμlζsVGInternationalgJournalgofgQuantumgChemistryTG2005TGZX^TGd]XUd^a 2.1 64

92 qxpliγitlyGγorrμl−tμζGγ−lγul−tionGoπGthμGsμγonζUorζμrGyˆ‚llμrâ��}lμssμtGγorrμl−tionGμnμrσiμsGoπG
Zn[S−nζGZnVGJournalgofgPhysicsgB:gAtomicugMoleculargandgOpticalgPhysicsTG2005TG]dTG[aaaU[abc 1.3 14

(2005-2006)
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91 rrμquμnγyUζμpμnζμntGhypμrpol−riz−bilitiμsGoπGthμGzμTGmrTG−nζGwrG−tomsGusinσGthμG−pproxim−tμG
γouplμζGγlustμrGtriplμsGmoζμlGoo]VGJournalgofgChemicalgPhysicsTG2005TGZ[]TGe^]X] 3.9 11

90 rirstUorζμrGrμl−tivistiγGγorrμγtionsGtoGrμsponsμGpropμrtiμsfGthμGhypμrpol−riz−bilityGoπGthμGzμG−tomVG
JournalgofgPhysicsgB:gAtomicugMoleculargandgOpticalgPhysicsTG2004TG]cTG]ca]U]cb] 1.3 21

89 nμnγhm−rkinσGμthylμnμG−nζGμth−nμfGsμγonζUorζμrGyˆ‚llμrâ��}lμssμtGp−irGμnμrσiμsGπorGloγ−lizμζG
molμγul−rGorbit−lsVGMoleculargPhysicsTG2004TGZX[TG[^eeU[aZX 1.7 13

88 mGγlosμζUshμllGγouplμζUγlustμrGtrμ−tmμntGoπGthμGnrμitU}−uliGπirstUorζμrGrμl−tivistiγGμnμrσyGγorrμγtionVG
JournalgofgChemicalgPhysicsTG2004TGZ[ZTGbaeZUd 3.9 24

87 xowUlyinσGμlμγtroniγGst−tμsGoπGthμG’i[GζimμrfGμlμγtroniγG−bsorptionGspμγtrosγopyGinGr−rμGσ−sG
m−triγμsGinGγonγμrtGwithGqu−ntumGγhμmiγ−lGγ−lγul−tionsVGJournalgofgChemicalgPhysicsTG2004TGZ[ZTGcZeaU[Xb3.9 25

86 mGprioriGγ−lγul−tionGoπGmolμγul−rGpropμrtiμsGtoGγhμmiγ−lG−γγur−γyVGJournalgofgPhysicalgOrganicg
ChemistryTG2004TGZcTGeZ]Ue]] 2.1 194

85 ‘ynthμsisG−nζGpropμrtiμsGoπGp−r−UsubstitutμζGzozUpinγμrGp−ll−ζiumG−nζGpl−tinumGγomplμxμsVG
ChemistrygvgAgEuropeangJournalTG2004TGZXTGZ]]ZU^^ 4.8 101

84 mGhybriζGsγhμmμGπorGthμGrμsolutionUoπUthμUiζμntityG−pproxim−tionGinGsμγonζUorζμrGyˆ‚llμrU}lμssμtG
linμ−rUrPZ[QGpμrturb−tionGthμoryVGJournalgofgChemicalgPhysicsTG2004TGZ[XTGZXdeXUa 3.9 56

83 {nGthμGuntμr−γtionGoπGpihyζroσμnGwithGmrom−tiγG‘ystμmsâ� VGJournalgofgPhysicalgChemistrygATG2004TG
ZXdTG]XZeU]X[] 2.8 169

82 ‘imil−rityU’r−nsπormμζGt−miltoni−nsGbyGyμ−nsGoπGs−ussi−nUp−mpμζGuntμrμlμγtroniγGpist−nγμsVG
CollectiongofgCzechoslovakgChemicalgCommunicationsTG2003TGbdTG]c^U]db 6

81 mγγur−tμGqu−ntumUγhμmiγ−lGprμζiγtionGoπGμnth−lpiμsGoπGπorm−tionGoπGsm−llGmolμγulμsGinGthμGσ−sG
ph−sμVGChemPhysChemTG2003TG^TG][U^d 3.2 41

80 p−r−Urunγtion−lizμζGzozU}inγμrG}−ll−ζiumPuuQGoomplμxμsfG‘ynthμsisTGo−t−lysisG−nζGpr’Go−lγul−tionsVG
EuropeangJournalgofgInorganicgChemistryTG2003TG[XX]TGd]XUd]d 2.3 57

79 mγγur−γyGoπGspμγtrosγopiγGγonst−ntsGoπGζi−tomiγGmolμγulμsGπromG−bGinitioGγ−lγul−tionsVGJournalgofg
ChemicalgPhysicsTG2003TGZZdTG[a]e 3.9 69

78 xinμ−rG†Z[G’μrmsGinGoouplμζGolustμrG’hμoryVGProgressgingTheoreticalgChemistrygandgPhysicsTG2003TGZ^eUZd]0.6 18

77 ‘oπtw−rμGnμwsG−nζGupζ−tμsVGn−sisUsμtGγomplμtμnμssGproπilμsGinGtwoGζimμnsionsVGJournalgofg
ComputationalgChemistryTG2002TG[]TG^[XUa 3.5 9

76
‘μγonζUorζμrGyˆ‚llμrâ��}lμssμtGpμrturb−tionGthμoryGwithGtμrmsGlinμ−rGinGthμGintμrμlμγtroniγG
γoorζin−tμsG−nζGμx−γtGμv−lu−tionGoπGthrμμUμlμγtronGintμσr−lsVGTheoreticalgChemistrygAccountsTG2002TG
ZXcTGZc]UZce

1.9 40

75 mbGinitioGγ−lγul−tionGoπGprotonGb−rriμrG−nζGbinζinσGμnμrσyGoπGthμGPt[{Q{tâ��GγomplμxVGComputationalg
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