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k Paper IF Citations

425 nhπmistryGwithGloqUGJournaliofiComputationaliChemistrySG2001SGYYSGdZXTdab 3.5 7628

424 ’πlεtivistiκGrπgulεrGtwoTκomponπntGsεmiltoniεnsUGJournaliofiChemicaliPhysicsSG1993SGddSG[]dbT[aXW 3.9 3229

423 “πlσTκonsistπntGmolπκulεrGsεrtrππâ��qoκkâ��“lεtπrGκεlκulεtionsGtUG”hπGκomputεtionεlGproκπμurπUG
ChemicaliPhysicsSG1973SGYSG[XT]X 2.3 2841

422 ’πlεtivistiκGtotεlGπnπrgyGusingGrπgulεrGεpproximεtionsUGJournaliofiChemicaliPhysicsSG1994SGXWXSGdbcZTdbdY3.9 2379

421 ”owεrμsGεnGorμπrTUGTheoreticaliChemistryiAccountsSG1998SGddSGZdX 1.9 2259

420 rπomπtryGoptimizεtionsGinGthπGzπroGorμπrGrπgulεrGεpproximεtionGσorGrπlεtivistiκGπσσπκtsUGJournaliofi
ChemicaliPhysicsSG1999SGXXWSGcd[ZTcd]Z 3.9 1855

419 zptimizπμG“lεtπrTtypπGηεsisGsπtsGσorGthπGπlπmπntsGXTXXcUGJournaliofiComputationaliChemistrySG2003SG
Y[SGXX[YT]a 3.5 1780

418 ”hπGzπroTorμπrGrπgulεrGεpproximεtionGσorGrπlεtivistiκGπσσπκtseG”hπGπσσπκtGoσGspinâ��orηitGκouplingGinG
κlosπμGshπllGmolπκulπsUGJournaliofiChemicaliPhysicsSG1996SGXW]SGa]W]Ta]Xa 3.9 1273

417 pxκhεngπTκorrπlεtionGpotπntiεlGwithGκorrπκtGεsymptotiκGηπhεviorUGPhysicaliReviewiASG1994SG[dSGY[YXTY[ZX2.6 1247

416 ”owεrμsGεnGorμπrTyGoq”GmπthoμUGTheoreticaliChemistryiAccountsSG1998SGddSGZdXT[WZ 1.9 1110

415 ’πlεtivistiκGrπgulεrGtwoTκomponπntGsεmiltoniεnsUGInternationaliJournaliofiQuantumiChemistrySG1996
SG]bSGYcXTYdZ 2.1 923

414 znGthπGκεlκulεtionGoσGmultiplπtGπnπrgiπsGηyGthπGhεrtrππTσoκkTslεtπrGmπthoμUGTheoreticaiChimicaiActa
SG1977SG[ZSGYaXTYbX 830

413 —oronoiGμπσormεtionGμπnsityGO—ooPGκhεrgπseGlssπssmπntGoσGthπGxullikπnSGmεμπrSGsirshσπlμSG
 πinholμSGεnμG—ooGmπthoμsGσorGκhεrgπGεnεlysisUGJournaliofiComputationaliChemistrySG2004SGY]SGXcdTYXW 3.5 782

412 ”hrππTμimπnsionεlGnumπriκεlGintπgrεtionGσorGπlπκtroniκGstruκturπGκεlκulεtionsUGInternationaliJournali
ofiQuantumiChemistrySG1988SGZZSGcbTXXZ 2.1 679

411 xolπκulεrGκεlκulεtionsGoσGπxκitεtionGπnπrgiπsGεnμGOhypπrPpolεrizεηilitiπsGwithGεGstεtistiκεlGεvπrεgπGoσG
orηitεlGmoμπlGπxκhεngπTκorrπlεtionGpotπntiεlsUGJournaliofiChemicaliPhysicsSG2000SGXXYSGXZ[[TXZ]Y 3.9 646

410 tmplπmπntεtionGoσGtimπTμπpπnμπntGμπnsityGσunκtionεlGrπsponsπGπquεtionsUGComputeriPhysicsi
CommunicationsSG1999SGXXcSGXXdTXZc 4.2 561

409 lG‘uεntumGnhπmiκεlG—iπwGoσGoπnsityGqunκtionεlG”hπoryUGJournaliofiPhysicaliChemistryiASG1997SGXWXSG]ZcZT][WZ2.8 511
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408 plπκtroniκGstruκturπSGmεgnπtiκGpropπrtiπsSGp“’SGεnμGoptiκεlGspπκtrεGσorGYTironGσπrrπμoxinGmoμπlsGηyG
wnlzTXUεlphεUGvεlπnκπGηonμGthπoryUGJournaliofitheiAmericaniChemicaliSocietySG1984SGXWaSGYZXaTYZYb 16.4 479

407
lssπssmπntGoσGnonvπntionεlGoπnsityGqunκtionεlG“κhπmπsGσorGnomputingGthπGoipolπGxomπntGεnμG
OsypπrPpolεrizεηilitiπsGoσG†ushâ��†ullGˇ�TnonjugεtπμG“ystπmsâ� UGJournaliofiPhysicaliChemistryiASG2000SG
XW[SG[b]]T[baZ

2.8 473

406 vohnT“hεmGoπnsityGqunκtionεlG”hπoryeG†rπμiκtingGεnμG–nμπrstεnμingGnhπmistryUGReviewsiini
ComputationaliChemistrySG2007SGXTca 466

405 tntπrprπtεtionGoσGthπGvohnâ��“hεmGorηitεlGπnπrgiπsGεsGεpproximεtπGvπrtiκεlGionizεtionGpotπntiεlsUG
JournaliofiChemicaliPhysicsSG2002SGXXaSGXbaWTXbbY 3.9 433

404
lssπssmπntGoσGκonvπntionεlGμπnsityGσunκtionεlGsκhπmπsGσorGκomputingGthπGpolεrizεηilitiπsGεnμG
hypπrpolεrizεηilitiπsGoσGκonjugεtπμGoligomπrseGlnGεηGinitioGinvπstigεtionGoσGpolyεκπtylπnπGκhεinsUG
JournaliofiChemicaliPhysicsSG1998SGXWdSGXW[cdTXW[dc

3.9 429

403
oπnsityGσunκtionεlGκεlκulεtionsGoσGnuκlπεrGmεgnπtiκGshiπlμingsGusingGthπGzπrothTorμπrGrπgulεrG
εpproximεtionGOZz’lPGσorGrπlεtivistiκGπσσπκtseGZz’lGnuκlπεrGmεgnπtiκGrπsonεnκπUGJournaliofi
ChemicaliPhysicsSG1999SGXXWSGbacdTbadc

3.9 406

402 “πlσTκonsistπntGmolπκulεrGsεrtrππâ��qoκkâ��“lεtπrGκεlκulεtionsGttUG”hπGπσσπκtGoσGπxκhεngπGsκεlingGinG
somπGsmεllGmolπκulπsUGChemicaliPhysicsSG1973SGYSG]YT]d 2.3 405

401 †rπκisπGμπnsityTσunκtionεlGmπthoμGσorGpπrioμiκGstruκturπsUGPhysicaliReviewiBSG1991SG[[SGbcccTbdWZ 3.3 391

400 lpproximεtionGoσGthπGπxκhεngπTκorrπlεtionGvohnâ��“hεmGpotπntiεlGwithGεGstεtistiκεlGεvπrεgπGoσG
μiσσπrπntGorηitεlGmoμπlGpotπntiεlsUGChemicaliPhysicsiLettersSG1999SGZWYSGXddTYWb 2.5 390

399 syμrogπnGmonμingGinGoylGmεsπG†εirseGG’πκonκiliεtionGoσG”hπoryGεnμGpxpπrimπntUGJournaliofithei
AmericaniChemicaliSocietySG2000SGXYYSG[XXbT[XYc 16.4 379

398 minμingGπnπrgyGεnμGπlπκtroniκGstruκturπGoσGsmεllGκoppπrGpεrtiκlπsUGPhysicaliReviewiBSG1983SGYbSGYXZYTYX[[3.3 348

397 nhiroptiκεlGpropπrtiπsGσromGtimπTμπpπnμπntGμπnsityGσunκtionεlGthπoryUGtUGnirκulεrGμiκhroismGspπκtrεG
oσGorgεniκGmolπκulπsUGJournaliofiChemicaliPhysicsSG2002SGXXaSGadZWTad[W 3.9 346

396 “hεpπGκorrπκtionsGtoGπxκhεngπTκorrπlεtionGpotπntiεlsGηyGgrεμiπntTrπgulεtπμGsπεmlπssGκonnπκtionG
oσGmoμπlGpotπntiεlsGσorGinnπrGεnμGoutπrGrπgionUGJournaliofiChemicaliPhysicsSG2001SGXX[SGa]Y 3.9 328

395 plπκtriκGqiπlμGoπpπnμπnκπGoσGthπGpxκhεngπTnorrπlεtionG†otπntiεlGinGxolπκulεrGnhεinsUGPhysicali
ReviewiLettersSG1999SGcZSGad[Tadb 7.4 326

394 nεlκulεtionGoσGηonμGπnπrgiπsGinGκompounμsGoσGhπεvyGπlπmπntsGηyGεGquεsiTrπlεtivistiκGεpproεκhUGThei
JournaliofiPhysicaliChemistrySG1989SGdZSGZW]WTZW]a 325

393 lGpπrturηεtionGthπoryGεpproεκhGtoGrπlεtivistiκGκεlκulεtionsUGMoleculariPhysicsSG1979SGZcSGXdWdTXdYd 1.7 318

392 lsymptotiκGκorrπκtionGoσGthπGπxκhεngπTκorrπlεtionGkπrnπlGoσGtimπTμπpπnμπntGμπnsityGσunκtionεlG
thπoryGσorGlongTrεngπGκhεrgπTtrεnsσπrGπxκitεtionsUGJournaliofiChemicaliPhysicsSG2004SGXYXSGa]]TaW 3.9 314

391 ”hπGyεturπGoσGthπGsyμrogπnGmonμGinGoylGmεsπG†εirseG”hπG’olπGoσGnhεrgπG”rεnsσπrGεnμG’πsonεnκπG
lssistεnκπUGChemistryiyiAiEuropeaniJournalSG1999SG]SGZ]cXTZ]d[ 4.8 303

(1999-1984)
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390 lGμπnsityGσunκtionεlGthπoryGstuμyGoσGσrπquπnκyTμπpπnμπntGpolεrizεηilitiπsGεnμG—εnGμπrG εεlsG
μispπrsionGκoπσσiκiπntsGσorGpolyεtomiκGmolπκulπsUGJournaliofiChemicaliPhysicsSG1995SGXWZSGdZ[bTdZ][ 3.9 301

389 plπκtroniκG“pπκtrεGoσGxOnzPaOxGhGnrSGxoSG PG’πvisitπμGηyGεG’πlεtivistiκG”ooq”GlpproεκhUGJournaliofi
theiAmericaniChemicaliSocietySG1999SGXYXSGXWZ]aTXWZa] 16.4 299

388 ”hπGvohnT“hεmGgεpSGthπGσunμεmπntεlGgεpGεnμGthπGoptiκεlGgεpeGthπGphysiκεlGmπεningGoσGoκκupiπμG
εnμGvirtuεlGvohnT“hεmGorηitεlGπnπrgiπsUGPhysicaliChemistryiChemicaliPhysicsSG2013SGX]SGXa[WcTY] 3.6 297

387 lGoq”V”ooq”GintπrprπtεtionGoσGthπGgrounμGεnμGπxκitπμGstεtπsGoσGporphyrinGεnμGporphyrεzinπG
κomplπxπsUGCoordinationiChemistryiReviewsSG2002SGYZWSG]TYb 23.2 273

386 ”hπGnεrηonâ��withiumGplπκtronG†εirGmonμGinGOnsZwiPnGOnGhGXSGYSG[PUGOrganometallicsSG1996SGX]SGYdYZTYdZX 3.8 249

385 ’πlεtivistiκGπσσπκtsGonGηonμingUGJournaliofiChemicaliPhysicsSG1981SGb[SGXYbXTXYc[ 3.9 241

384 oπnsityTσunκtionεlTthπoryGrπsponsπTpropπrtyGκεlκulεtionsGwithGεκκurεtπGπxκhεngπTκorrπlεtionG
potπntiεlsUGPhysicaliReviewiASG1998SG]bSGY]]aTY]bX 2.6 231

383 rrounμG“tεtπGoσGthπGOsYzPYRG’εμiκεlGnεtioneGGoq”GvπrsusG†ostTsεrtrππâ��qoκkGxπthoμsUGJournaliofi
PhysicaliChemistryiASG1999SGXWZSGXaaTXbW 2.8 223

382 lnGεpproximεtπGπxκhεngπTκorrπlεtionGholπGμπnsityGεsGεGσunκtionεlGoσGthπGnεturεlGorηitεlsUGMoleculari
PhysicsSG2002SGXWWSG[WXT[YX 1.7 219

381
”hπGκεlκulεtionGoσGπxκitεtionGπnπrgiπsGηεsπμGonGthπGrπlεtivistiκGtwoTκomponπntGzπrothTorμπrG
rπgulεrGεpproximεtionGεnμGtimπTμπpπnμπntGμπnsityTσunκtionεlGwithGσullGusπGoσGsymmπtryUGJournaliofi
ChemicaliPhysicsSG2005SGXYYSGYW[XWZ

3.9 214

380 “πlσTκonsistπntGεpproximεtionGtoGthπGvohnT“hεmGπxκhεngπGpotπntiεlUGPhysicaliReviewiASG1995SG]XSGXd[[TXd][2.6 209

379 ”hπGκεsπGσorGstπriκGrπpulsionGκεusingGthπGstεggπrπμGκonσormεtionGoσGπthεnπUGAngewandteiChemieiyi
InternationaliEditionSG2003SG[YSG[XcZTcfGμisκussionG[XccTd[ 16.4 204

378 ”hπGmπritsGoσGthπGσrozπnTμπnsityGπmηπμμingGsκhπmπGtoGmoμπlGsolvεtoκhromiκGshiσtsUGJournaliofi
ChemicaliPhysicsSG2005SGXYYSGWd[XX] 3.9 187

377
tmprovπμGμπnsityGσunκtionεlGthπoryGrπsultsGσorGσrπquπnκyTμπpπnμπntGpolεrizεηilitiπsSGηyGthπGusπGoσG
εnGπxκhεngπTκorrπlεtionGpotπntiεlGwithGκorrπκtGεsymptotiκGηπhεviorUGJournaliofiChemicaliPhysicsSG
1996SGXW]SGZX[YTZX]X

3.9 184

376 nεlκulεtingGσrπquπnκyTμπpπnμπntGhypπrpolεrizεηilitiπsGusingGtimπTμπpπnμπntGμπnsityGσunκtionεlG
thπoryUGJournaliofiChemicaliPhysicsSG1998SGXWdSGXWa[[TXWa]a 3.9 181

375 pxκitεtionGpnπrgiπsGσorG”rεnsitionGxπtεlGnompounμsGσromG”imπToπpπnμπntGoπnsityGqunκtionεlG
”hπoryUGlppliκεtionsGtoGxnz[TSGyiOnzP[SGεnμGxnYOnzPXWUGJournaliofiPhysicaliChemistryiASG1999SGXWZSGacZ]Tac[[2.8 180

374 ”imπTμπpπnμπntGoπnsityGqunκtionεlG’πsultsGσorGthπGoynεmiκGsypπrpolεrizεηilityGoσGnaWUGPhysicali
ReviewiLettersSG1997SGbcSGZWdbTZXWW 7.4 178

373
pxκhεngπGεnμGκorrπlεtionGπnπrgyGinGμπnsityGσunκtionεlGthπoryeGnompεrisonGoσGεκκurεtπGμπnsityG
σunκtionεlGthπoryGquεntitiπsGwithGtrεμitionεlGsεrtrππâ��qoκkGηεsπμGonπsGεnμGgπnπrεlizπμGgrεμiπntG
εpproximεtionsGσorGthπGmolπκulπsGwiYSGyYSGqYUGJournaliofiChemicaliPhysicsSG1997SGXWbSG]WWbT]WX]

3.9 177
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372 ltomiκGεnμGmolπκulεrGhyμrogπnGintπrεκtingGwithG†tOXXXPUGJournaliofiChemicaliPhysicsSG1999SGXXXSGXXX]]TXXXaZ3.9 176

371 nohπsivπGπnπrgyGoσGZμGtrεnsitionGmπtεlseGoπnsityGσunκtionεlGthπoryGεtomiκGεnμGηulkGκεlκulεtionsUG
PhysicaliReviewiBSG1996SG][SG]ZYaT]ZZZ 3.3 175

370 ’πεκtivπGεnμGnonrπεκtivπGsκεttπringGoσGsYGσromGεGmπtεlGsurσεκπGisGπlπκtroniκεllyGεμiεηεtiκUGScienceSG
2006SGZXYSGcaTd 33.3 173

369 †rπμiκtingGκεtεlysiseGunμπrstεnμingGεmmoniεGsynthπsisGσromGσirstTprinκiplπsGκεlκulεtionsUGJournaliofi
PhysicaliChemistryiBSG2006SGXXWSGXbbXdTZ] 3.4 168

368 nhiroptiκεlGpropπrtiπsGσromGtimπTμπpπnμπntGμπnsityGσunκtionεlGthπoryUGttUGzptiκεlGrotεtionsGoσGsmεllG
toGmπμiumGsizπμGorgεniκGmolπκulπsUGJournaliofiChemicaliPhysicsSG2002SGXXbSG]cXT]dY 3.9 168

367
lltπrnεtivπsGtoGthπGnzGwigεnμeGnoorμinεtionGoσGthπGtsoloηεlGlnεloguπsGmqSGmysYSGmyOnsZPYSGεnμG
mzâ��GinGxonoTGεnμGminuκlπεrGqirstT’owG”rεnsitionGxπtεlGnomplπxπsUGChemistryiyiAiEuropeaniJournalSG
1998SG[SGYXWTYYX

4.8 165

366 pvπnTtπmpπrπμG“lεtπrTtypπGorηitεlsGrπvisitπμeGσromGhyμrogπnGtoGkryptonUGJournaliofiComputationali
ChemistrySG2004SGY]SGXWZWTa 3.5 165

365 nπntrεlGηonμGinGthπGthrππGnyUκntμotUμimπrsGynTnySGnyTnyGεnμGnyTyneGπlπκtronGpεirGηonμingGεnμG
†εuliGrπpulsionGπσσπκtsUGTheiJournaliofiPhysicaliChemistrySG1992SGdaSG[ca[T[cbZ 165

364 qπntonTlikπGnhπmistryGinG εtπreGGzxiμεtionGnεtεlysisGηyGqπOtttPGεnμGsYzYUGJournaliofiPhysicali
ChemistryiASG2003SGXWbSG]bYYT]bZX 2.8 158

363 lnGimprovπμGμπnsityGmεtrixGσunκtionεlGηyGphysiκεllyGmotivεtπμGrπpulsivπGκorrπκtionsUGJournaliofi
ChemicaliPhysicsSG2005SGXYYSGYW[XWY 3.9 158

362 ”imπTμπpπnμπntGμπnsityGσunκtionεlGκεlκulεtionsGonGthπGπlπκtroniκGεηsorptionGspπκtrumGoσGσrππGηεsπG
porphinUGJournaliofiChemicaliPhysicsSG1999SGXXXSGY[ddTY]Wa 3.9 158

361 †hysiκεlGxπεningGoσG—irtuεlGvohnT“hεmGzrηitεlsGεnμGzrηitεlGpnπrgiπseGlnGtμπεlGmεsisGσorGthπG
oπsκriptionGoσGxolπκulεrGpxκitεtionsUGJournaliofiChemicaliTheoryiandiComputationSG2014SGXWSG[[ZYT[X 6.4 155

360 lκκurεtπGμπnsityGσunκtionεlGκεlκulεtionsGonGσrπquπnκyTμπpπnμπntGhypπrpolεrizεηilitiπsGoσGsmεllG
molπκulπsUGJournaliofiChemicaliPhysicsSG1998SGXWdSGXWa]bTXWaac 3.9 155

359 ‘uεntumGthπoryGoσGμissoκiεtivπGκhπmisorptionGonGmπtεlGsurσεκπsUGAccountsiofiChemicaliResearchSG
2002SGZ]SGXdZTYWW 24.3 154

358 lGoπnsityGqunκtionεlG“tuμyGoσGthπGxwn”G“tεtπsGoσG−’uOηpyPZ]YRGinGoZG“ymmπtryUGInorganiciChemistry
SG1994SGZZSGZ]ZcTZ][Z 5.1 151

357 zrηitεlGstruκturπGoσGthπGvohnT“hεmGπxκhεngπGpotπntiεlGεnμGπxκhεngπGkπrnπlGεnμGthπG
σiπlμTκountπrεκtingGpotπntiεlGσorGmolπκulπsGinGεnGπlπκtriκGσiπlμUGPhysicaliReviewiASG2001SGa[SG 2.6 150

356
nompεrisonGoσGthπGlκκurεtπGvohnâ��“hεmG“olutionGwithGthπGrπnπrεlizπμGrrεμiπntGlpproximεtionsG
OrrlsPGσorGthπG“yYG’πεκtionGqTGRGnsZqGTiGqnsZGRGqTeGGlG‘uεlitεtivπG’ulπG”oG†rπμiκtG“uκκπssGorGqεilurπG
oσGrrlsUGJournaliofiPhysicaliChemistryiASG2000SGXW[SGc]]cTc]a]

2.8 147

355 ”hπGπlπκtroniκGstruκturπGoσGtrεnsitionGmπtεlGκεrηonylGκomplπxπsUGMoleculariPhysicsSG1975SGZWSGXbZ]TXb[b 1.7 147

(1975-1999)
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354 ltomiκGrπσπrπnκπGπnπrgiπsGσorGμπnsityGσunκtionεlGκεlκulεtionsUGChemicaliPhysicsiLettersSG1997SGYa]SG[cXT[cd2.5 146

353 xπtεlTxεκroκyκlπGtntπrεκtionGinG†hthεloκyεninπseGoπnsityGqunκtionεlGnεlκulεtionsGoσGrrounμGεnμG
pxκitπμG“tεtπsUGInorganiciChemistrySG1994SGZZSG]c[T]d] 5.1 144

352 ”hπGxπκhεnismGoσGZinκOttPToithioκεrηεmεtπTlκκπlπrεtπμG—ulκεnizεtionG–nκovπrπμfG”hπorπtiκεlGεnμG
pxpπrimπntεlGpviμπnκπUGJournaliofitheiAmericaniChemicaliSocietySG1999SGXYXSGXaZTXac 16.4 142

351
†olyoxomπtεlεtπsGwithGintπrnεlGκεvitiπseGrπμoxGεκtivitySGηεsiκitySGεnμGκεtionGπnκεpsulεtionGinG
−XnR†] ZWzXXW]OX]TnPTG†rπysslπrGκomplπxπsSGwithGXGhGyεRSGnεYRSG×ZRSGwεZRSGnπZRSGεnμG”h[RUG
JournaliofitheiAmericaniChemicaliSocietySG2007SGXYdSGXYY[[T]Z

16.4 140

350 ’πlεtivistiκGκεlκulεtionsGonGthπGεμsorptionGoσGnzGonGthπGOXXXPGsurσεκπsGoσGyiSG†μSGεnμG†tGwithinGthπG
zπrothTorμπrGrπgulεrGεpproximεtionUGPhysicaliReviewiBSG1997SG]aSGXZ]]aTXZ]aY 3.3 139

349 nεnGthπGnountπrpoisπGnorrπκtionGσorGmεsisG“πtG“upπrpositionGpσσπκtGmπGuustiσiπμjUGJournaliofi
ChemicaliTheoryiandiComputationSG2014SGXWSGY]YTab 6.4 134

348 pxεκtGsolutionsGoσGrπgulεrGεpproximεtπGrπlεtivistiκGwεvπGπquεtionsGσorGhyμrogπnTlikπGεtomsUGJournali
ofiChemicaliPhysicsSG1994SGXWXSGXYbYTXYcX 3.9 131

347 lnεlysisGoσGκorrπlεtionGinGtπrmsGoσGπxεκtGloκεlGpotπntiεlseGlppliκεtionsGtoGtwoTπlπκtronGsystπmsUG
PhysicaliReviewiASG1989SG[WSG[XdWT[YWY 2.6 130

346 nonstruκtingGεκκurεtπGpotπntiεlGπnπrgyGsurσεκπsGσorGεGμiεtomiκGmolπκulπGintπrεκtingGwithGεGsoliμG
surσεκπeGsYR†tOXXXPGεnμGsYRnuOXWWPUGJournaliofiChemicaliPhysicsSG2002SGXXaSGZc[XTZc]] 3.9 127

345 “πlσTκonsistπntGmolπκulεrGsεrtrππTqoκkT“lεtπrGκεlκulεtionsUGChemicaliPhysicsSG1975SGcSG[XYT[Xc 2.3 126

344 pthylπnπGπpoxiμεtionGonGsilvπrOXXWPeGthπGrolπGoσGsuηsurσεκπGoxygπnUGTheiJournaliofiPhysicali
ChemistrySG1989SGdZSGa[adTa[b] 125

343 ’πlεtivistiκGεtomiκGorηitεlGκontrεκtionsGεnμGπxpεnsionseGmεgnituμπsGεnμGπxplεnεtionsUGJournaliofi
PhysicsiB:iAtomicwiMoleculariandiOpticaliPhysicsSG1990SGYZSGZYY]TZY[W 1.3 125

342 rrounμGεnμGpxκitπμG“tεtπsGoσGZinκG†hthεloκyεninπG“tuμiπμGηyGoπnsityGqunκtionεlGxπthoμsUGJournali
ofiPhysicaliChemistryiASG2001SGXW]SG]Y[YT]Y][ 2.8 124

341 ”hπGzptiκεlG“pπκtrεGoσGyi†SGyi†zSGyi”m†SGεnμGyi†κeGGplπκtroniκGpσσπκtsGoσGxπsoTtπtrεεzεG“uηstitutionG
εnμG”πtrεηπnzoGlnnulεtionUGJournaliofiPhysicaliChemistryiASG2001SGXW]SGZZXXTZZYb 2.8 123

340
pσσπκtsGoσG†orphyrinGnorπG“εμμlingSGmπsoT†hπnylG”wistingSGεnμGnountπrionsGonGthπGzptiκεlG
†ropπrtiπsGoσGmπsoT”πtrεphπnylporphyrinGoiεκiμseGG”hπG−s[”††]OXPYGOXGhGqSGnlSGmrSGtPG“πriπsGεsGεGnεsπG
“tuμyUGJournaliofiPhysicaliChemistryiASG2003SGXWbSGXX[acTXX[cY

2.8 122

339 oq”GstuμyGoσGthπGεκtivπGintπrmπμiεtπGinGthπGqπntonGrπεκtionUGChemistryiyiAiEuropeaniJournalSG2001SG
bSGYbb]TcZ 4.8 121

338 ”hπGZz’lGσormεlismGεppliπμGtoGthπGoirεκTqoκkGπquεtionUGChemicaliPhysicsiLettersSG1995SGY[aSGaZYTa[W 2.5 121

337 nlustπrGstuμiπsGoσGnzGεμsorptionUGtttUGnzGonGsmεllGnuGκlustπrsUGJournaliofiChemicaliPhysicsSG1983SGbcSG]aaZT]acX3.9 121

EvertuJanuBaerends
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336 lnGπxpliκitGquεntumGκhπmiκεlGmπthoμGσorGmoμπlingGlεrgπGsolvεtionGshπllsGεppliπμGtoG
εminoκoumεrinGnX]XUGJournaliofiPhysicaliChemistryiASG2005SGXWdSGbcW]TX[ 2.8 120

335 lssπssmπntGoσGεGsimplπGκorrπκtionGσorGthπGlongTrεngπGκhεrgπTtrεnsσπrGproηlπmGinGtimπTμπpπnμπntG
μπnsityTσunκtionεlGthπoryUGJournaliofiChemicaliPhysicsSG2006SGXY[SGYX[XWY 3.9 118

334 lnεlysisGoσGπlπκtronGintπrεκtionGεnμGεtomiκGshπllGstruκturπGinGtπrmsGoσGloκεlGpotπntiεlsUGJournaliofi
ChemicaliPhysicsSG1994SGXWXSGcd]]TcdaZ 3.9 118

333 mεsisG“πtGpσσπκtsGinGoπnsityGqunκtionεlGnεlκulεtionsGonGthπGxπtεlâ��wigεnμGεnμGxπtεlâ��xπtεlGmonμsGoσG
nrOnzP]â��nzGεnμGOnzP]xnâ��xnOnzP]UGTheiJournaliofiPhysicaliChemistrySG1996SGXWWSG]adWT]ada 115

332 pxεκtGπxκhεngπTκorrπlεtionGtrπεtmπntGoσGμissoκiεtπμGsOYPGinGμπnsityGσunκtionεlGthπoryUGPhysicali
ReviewiLettersSG2001SGcbSGXZZWW[ 7.4 114

331 ”hπGπlπκtroniκGstruκturπsGoσGtπtrεhπμrεlGoxoTκomplπxπsUG”hπGnεturπGoσGthπGâ��κhεrgπGtrεnsσπrâ��G
trεnsitionsUGChemicaliPhysicsSG1976SGXaSGYWdTYXb 2.3 112

330
znGthπGrπquirπμGshεpπGκorrπκtionsGtoGthπGloκεlGμπnsityGεnμGgπnπrεlizπμGgrεμiπntGεpproximεtionsGtoG
thπGvohnâ��“hεmGpotπntiεlsGσorGmolπκulεrGrπsponsπGκεlκulεtionsGoσGOhypπrPpolεrizεηilitiπsGεnμG
πxκitεtionGπnπrgiπsUGJournaliofiChemicaliPhysicsSG2002SGXXaSGd]dXTdaWX

3.9 111

329 oπnsityGσunκtionεlGκεlκulεtionsGoσGnuκlπεrGquεμrupolπGκouplingGκonstεntsGinGthπGzπroTorμπrGrπgulεrG
εpproximεtionGσorGrπlεtivistiκGπσσπκtsUGJournaliofiChemicaliPhysicsSG2000SGXXYSGcYbdTcYdY 3.9 111

328 znπGTGμπtπrminεntεlGpurπGstεtπGvπrsusGπnsπmηlπGvohnT“hεmGsolutionsGinGthπGκεsπGoσGstrongG
πlπκtronGκorrπlεtioneGnsYGεnμGnYUGTheoreticaliChemistryiAccountsSG1998SGddSGZYdTZ[Z 1.9 110

327
†hysiκεlGintπrprπtεtionGεnμGπvεluεtionGoσGthπGvohnâ��“hεmGεnμGoysonGκomponπntsGoσGthπG˛µâ��tG
rπlεtionsGηπtwππnGthπGvohnâ��“hεmGorηitεlGπnπrgiπsGεnμGthπGionizεtionGpotπntiεlsUGJournaliofi
ChemicaliPhysicsSG2003SGXXdSGXdZbTXd]W

3.9 110

326 “ixToimπnsionεlG‘uεntumGoynεmiκsGoσGoissoκiεtivπGnhπmisorptionGoσGOGvhWSGjhWPGsYGonGnuOXWWPUG
PhysicaliReviewiLettersSG1997SGbcSGZ]cZTZ]ca 7.4 109

325 yuκlπophiliκGorGπlπκtrophiliκGphosphiniμπnπGκomplπxπsGxwOnPh†sfGwhεtGmεkπsGthπGμiσσπrπnκπjUG
JournaliofitheiAmericaniChemicaliSocietySG2002SGXY[SGYcZXTc 16.4 109

324 ’πεκtivπGεnμGμiσσrεκtivπGsκεttπringGoσGsYGσromG†tOXXXPGstuμiπμGusingGεGsixTμimπnsionεlGwεvπGpεκkπtG
mπthoμUGJournaliofiChemicaliPhysicsSG2002SGXXbSG]cc]T]cdc 3.9 107

323 lnGεnεlytiκεlGsixTμimπnsionεlGpotπntiεlGπnπrgyGsurσεκπGσorGμissoκiεtionGoσGmolπκulεrGhyμrogπnGonG
nuOXWWPUGJournaliofiChemicaliPhysicsSG1996SGXW[SGbZ[[TbZ]c 3.9 106

322
pnsuringGpropπrGshortTrεngπGεnμGεsymptotiκGηπhεviorGoσGthπGπxκhεngπTκorrπlεtionGvohnâ��“hεmG
potπntiεlGηyGmoμπlingGwithGεGstεtistiκεlGεvπrεgπGoσGμiσσπrπntGorηitεlGmoμπlGpotπntiεlsUGInternationali
JournaliofiQuantumiChemistrySG2000SGbaSG[WbT[Xd

2.1 101

321 oπnsityGσunκtionεlGrπsultsGσorGisotropiκGεnμGεnisotropiκGmultipolπGpolεrizεηilitiπsGεnμGnaSGnbSGεnμGncG
—εnGμπrG εεlsGμispπrsionGκoπσσiκiπntsGσorGmolπκulπsUGJournaliofiChemicaliPhysicsSG1997SGXWaSG]WdXT]XWX 3.9 100

320 xolπκulεrGvohnT“hεmGπxκhεngπTκorrπlεtionGpotπntiεlGσromGthπGκorrπlεtπμGεηGinitioGπlπκtronG
μπnsityUGPhysicaliReviewiASG1995SG]YSGXcbWTXcb[ 2.6 98

319 ‘uεμrεtiκGintπgrεtionGovπrGthπGthrππTμimπnsionεlGmrillouinGzonπUGJournaliofiPhysicsiCondensedi
MatterSG1991SGZSGabYXTab[Y 1.8 98

(1991-2005)
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318 ”hπG’olπGoσGpquεtoriεlGεnμGlxiεlGwigεnμsGinG†romotingGthπGlκtivityGoσGyonTsπmπGzxiμoironOt—PG
nεtεlystsGinGllkεnπGsyμroxylεtionUGEuropeaniJournaliofiInorganiciChemistrySG2007SGYWWbSGZWYZTZWZZ 2.3 97

317
xπthεnπTtoTmπthεnolGoxiμεtionGηyGthπGhyμrεtπμGironOt—PGoxoGspπκiπsGinGεquπousGsolutioneGεG
κomηinπμGoq”GεnμGκεrTpεrrinπlloGmolπκulεrGμynεmiκsGstuμyUGJournaliofitheiAmericaniChemicali
SocietySG2004SGXYaSG[Z]]Ta]

16.4 97

316 ’πlεtivistiκGoq”GκεlκulεtionsGoσGthπGpεrεmεgnπtiκGintπrmπμiεtπsGoσG−yiqπ]GhyμrogπnεsπUGtmpliκεtionsG
σorGthπGπnzymεtiκGmπκhεnismUGJournaliofitheiAmericaniChemicaliSocietySG2001SGXYZSG]cZdT[W 16.4 95

315 pσσπκtGoσGmolπκulεrGμissoκiεtionGonGthπGπxκhεngπTκorrπlεtionGvohnT“hεmGpotπntiεlUGPhysicaliReviewi
ASG1996SG][SGXd]bTXdbY 2.6 94

314 lnεlysisGoσGnonμynεmiκεlGκorrπlεtionGinGthπGmπtεlâ��ligεnμGηonμUG†εuliGrπpulsionGεnμGorηitεlG
loκεlizεtionGinGxnzâ��[UGJournaliofiChemicaliPhysicsSG1990SGdZSG[XYdT[X[X 3.9 94

313 ”hπGεnεlogGoσGvoopmεnsâ��GthπorπmGinGspinTμπnsityGσunκtionεlGthπoryUGJournaliofiChemicaliPhysicsSG
2002SGXXbSGdX][TdX]d 3.9 93

312 nzGonG†tOXXXPeGlGpuzzlπGrπvisitπμUGJournaliofiChemicaliPhysicsSG2003SGXXdSG[]YYT[]Yc 3.9 92

311
oissoκiεtionGpnπrgiπsSG—iηrεtionεlGqrπquπnκiπsSGεnμXZnGyx’GnhπmiκεlG“hiσtsGoσGthπGXcTplπκtronG
“pπκiπsG−xOnzPa]nOxGhGsσâ��trSGxoSG”κSG’uSGnrSGxnSGqπPUGlGoπnsityGqunκtionεlG“tuμyUGInorganici
ChemistrySG1997SGZaSG]WZXT]WZa

5.1 89

310 pxκitεtionGπnπrgiπsGoσGμissoκiεtingGsYeGlGproηlπmεtiκGκεsπGσorGthπGεμiεηεtiκGεpproximεtionGoσG
timπTμπpπnμπntGμπnsityGσunκtionεlGthπoryUGJournaliofiChemicaliPhysicsSG2000SGXXZSGc[bcTc[cd 3.9 88

309 lGμπnsityGmεtrixGσunκtionεlGwithGoκκupεtionGnumηπrGμrivπnGtrπεtmπntGoσGμynεmiκεlGεnμG
nonμynεmiκεlGκorrπlεtionUGJournaliofiChemicaliPhysicsSG2008SGXYdSGXa[XW] 3.9 87

308
pxκhεngπGpotπntiεlGσromGthπGκommonGπnπrgyGμπnominεtorGεpproximεtionGσorGthπGvohnâ��“hεmG
rrππnâ��sGσunκtioneGlppliκεtionGtoGOhypπrPpolεrizεηilitiπsGoσGmolπκulεrGκhεinsUGJournaliofiChemicali
PhysicsSG2002SGXXaSGa[Z]Ta[[Y

3.9 87

307 “ynthπsisGεnμGstruκturπGoσGεrylTsuηstitutπμGphosphεTεlkπnπsUGTetrahedronSG1984SG[WSGba]Tbba 2.4 87

306 znGthπGoriginGoσGrπlεtivistiκGηonμGκontrεκtionUGChemicaliPhysicsiLettersSG1980SGb]SGXT[ 2.5 86

305 p†’GκhεrεκtπristiκsGoσGthπG−OynPO]PxOyzP]OZTPGionsGOxGhGqπSG’uSGzsPUGpxpπrimπntεlGεnμGoq”GstuμyG
πstεηlishingGyzQGεsGεGligεnμUGInorganiciChemistrySG2001SG[WSG]bW[Tb 5.1 83

304
nrâ��nzG†hotoμissoκiεtionGinGnrOnzPaeGG’πεssπssmπntGoσGthπG’olπGoσGwigεnμTqiπlμGpxκitπμG“tεtπsGinG
thπG†hotoκhπmiκεlGoissoκiεtionGoσGxπtεlâ��wigεnμGmonμsUGJournaliofitheiAmericaniChemicaliSocietySG
1997SGXXdSGbZY[TbZYd

16.4 82

303 x“iUGPhysicaliReviewiLettersSG1988SGaWSGXb[ZTXb[a 7.4 82

302
lκtivεtionGoσGthπGnTsGηonμGηyGπlπκtrophiliκGεttεκkeGthπorπtiκεlGstuμyGoσGthπGrπεκtionGmπκhεnismGoσG
thπGεπroηiκGoxiμεtionGoσGεlκoholsGtoGεlμπhyμπsGηyGthπG
nuOηipyPOYRPVYSYSaSaTtπtrεmπthylpipπriμinylTXToxyGκoκεtεlystGsystπmUGInorganiciChemistrySG2009SG[cSGXXdWdTYW

5.1 81

301
”hπorπtiκεlGinvπstigεtionGonGηεsπTinμuκπμGXSYTπliminεtionsGinGthπGmoμπlGsystπmGσluoriμπGionGRG
σluoroπthεnπUG”hπGrolπGoσGthπGηεsπGεsGεGκεtεlystUGJournaliofitheiAmericaniChemicaliSocietySG1993SG
XX]SGdXaWTdXbZ

16.4 81

EvertuJanuBaerends
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300 lGnεrâ��†εrrinπlloGstuμyGoσGthπGσormεtionGoσGoxiμizingGintπrmπμiεtπsGσromGqπntonNsGrπεgπntGinG
εquπousGsolutionUGPhysicaliChemistryiChemicaliPhysicsSG2002SG[SGZaXdTZaYb 3.6 79

299 “olvεtionGpσσπκtsGonGthπG“yYG’πεκtionGηπtwππnGnsZnlGεnμGnlTGinG εtπrUGJournaliofiPhysicali
ChemistryiASG2001SGXW]SGZZWWTZZXW 2.8 79

298 ”hπGoriginGoσGrπlεtivistiκGπσσπκtsGoσGεtomiκGorηitεlsUGJournaliofiPhysicsiB:iAtomicwiMoleculariandi
OpticaliPhysicsSG1989SGYYSGX]X]TX]Yd 1.3 79

297 ”hπGqεilurπGoσGrπnπrεlizπμGrrεμiπntGlpproximεtionsGOrrlsPGεnμGxπtεTrrlsGσorGthπG”woTnπntπrG
”hrππTplπκtronGmonμsGinGsπYRSGOsYzPYRSGεnμGOysZPYRUGJournaliofiPhysicaliChemistryiASG2001SGXW]SGdYXXTdYXc2.8 78

296 ’oηustGnormεlGmoμπsGinGviηrεtionεlGκirκulεrGμiκhroismGspπκtrεUGPhysicaliChemistryiChemicaliPhysicsSG
2009SGXXSGaXWbTXc 3.6 77

295 ”imπTμπpπnμπntGμπnsityTmεtrixTσunκtionεlGthπoryUGPhysicaliReviewiASG2007SGb]SG 2.6 76

294
lGviηrεtionεlGκirκulεrGμiκhroismGimplπmπntεtionGwithinGεG“lεtπrTtypπTorηitεlGηεsπμGμπnsityG
σunκtionεlGσrεmπworkGεnμGitsGεppliκεtionGtoGhπxεTGεnμGhπptεThπliκπnπsUGTheoreticaliChemistryi
AccountsSG2008SGXXdSGY[]TYaZ

1.9 75

293 ”hπGspinTunrπstriκtπμGmolπκulεrGvohnT“hεmGsolutionGεnμGthπGεnεloguπGoσGvoopmεnsNsGthπorπmGσorG
opπnTshπllGmolπκulπsUGJournaliofiChemicaliPhysicsSG2004SGXYWSGcZa[TbY 3.9 75

292 “lεηGvπrsusGκlustπrGεpproεκhGσorGκhπmisorptionGstuμiπsUGnzGonGnuGOXWWPUGChemicaliPhysicsSG1993SG
XbbSGZddT[Wa 2.3 75

291 nεlκulεtionGoσGhεrmoniκGσrπquπnκiπsGεnμGhεrmoniκGσorκπGσiπlμsGηyGthπGhεrtrππTσoκkTslεtπrGmπthoμUG
InternationaliJournaliofiQuantumiChemistrySG1988SGZ[SGXbZTXcX 2.1 75

290 lGrπlεtivistiκGlκεoGhεrtrππTσoκkTslεtπrGinvπstigεtionGoσGthπGπlπκtroniκGstruκturπGoσGthπGεκtinoκπnπsG
xOnz”PYSGxGhG”hSG†εSG–SGypGlyoG†uUGChemicaliPhysicsSG1988SGXYYSGZ]bTZb[ 2.3 75

289 ”hπGπσσπκtGoσGμπnsityTgrεμiπntGκorrπκtionsGσorGεGmolπκulπTsurσεκπGpotπntiεlGπnπrgyGsurσεκπUG“lεηG
κεlκulεtionsGonGnuOXWWPκOYxYPTnzUGChemicaliPhysicsiLettersSG1994SGYYaSG]cZT]cc 2.5 74

288 “ynπrgismGoσGporphyrinTκorπGsεμμlingGεnμGtwistingGoσGmπsoTεrylGsuηstituπntsUGJournaliofiPhysicali
ChemistryiASG2006SGXXWSG]XcWTdW 2.8 73

287
lnGπvεluεtionGoσGthπGμπnsityGσunκtionεlGεpproεκhGinGthπGzπroGorμπrGrπgulεrGεpproximεtionGσorG
rπlεtivistiκGπσσπκtseGxεgnπtiκGintπrεκtionsGinGsmεllGmπtεlGκompounμsUGJournaliofiChemicaliPhysicsSG
2001SGXX[SG[[YX

3.9 72

286 pσσπκtsGoσGκomplπxGσormεtionGonGviηrεtionεlGκirκulεrGμiκhroismGspπκtrεUGJournaliofiPhysicaliChemistryi
ASG2008SGXXYSGadbcTdX 2.8 71

285 —iηroniκGκouplingGεnμGμouηlπGπxκitεtionsGinGlinπεrGrπsponsπGtimπTμπpπnμπntGμπnsityGσunκtionεlG
κεlκulεtionseGμipolπTεllowπμGstεtπsGoσGyYUGJournaliofiChemicaliPhysicsSG2004SGXYXSGaX]]Taa 3.9 71

284 zYGπvolutionGinGthπGqπntonGrπεκtionUGChemistryiyiAiEuropeaniJournalSG2003SGdSGZ[ZaT[[ 4.8 70

283 ”hπGpσσπκtGoσGxiκrosolvεtionGonGpYGεnμG“yYG’πεκtionseG”hπorπtiκεlG“tuμyGoσGthπGxoμπlG“ystπmGqâ��GRG
nYs]qGRGnsqUGChemistryiyiAiEuropeaniJournalSG1996SGYSGXdaTYWb 4.8 70

(1996-2002)
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282 pxκitεtionGpnπrgiπsGoσGxπtεlGnomplπxπsGwithG”imπTμπpπnμπntGoπnsityGqunκtionεlG”hπoryUGStructurei
andiBondingSG2004SG[dTXXa 0.9 69

281 “ixTμimπnsionεlGquεntumGμynεmiκsGoσGμissoκiεtivπGκhπmisorptionGoσGsYGonGnuOXWWPUGJournaliofi
ChemicaliPhysicsSG1997SGXWbSGZZWdTZZYZ 3.9 68

280
lGoπnsityGqunκtionεlG“tuμyGoσGthπGzptiκεlG“pπκtrεGεnμGyonlinπεrGzptiκεlG†ropπrtiπsGoσGsπtπrolπptiκG
”πtrεpyrrolπG“εnμwiκhGnomplπxπse´ G”hπG†orphyrinεtoâ��†orphyrεzinεtoâ��ZirκoniumOt—PGnomplπxGεsGεG
nεsπG“tuμyUGJournaliofiPhysicaliChemistryiASG2000SGXW[SGaZ]Ta[Z

2.8 68

279
mπnκhmεrkGκεlκulεtionsGoσGκhπmiκεlGrπεκtionsGinGμπnsityGσunκtionεlGthπoryeGnompεrisonGoσGthπG
εκκurεtπGvohnâ��“hεmGsolutionGwithGgπnπrεlizπμGgrεμiπntGεpproximεtionsGσorGthπGsYRsGεnμGsYRsYG
rπεκtionsUGJournaliofiChemicaliPhysicsSG1999SGXXXSG[W]aT[Wab

3.9 68

278 xolπκulεrGπxκhεngπTκorrπlεtionGvohnâ��“hεmGpotπntiεlGεnμGπnπrgyGμπnsityGσromGεηGinitioGσirstTGεnμG
sπκonμTorμπrGμπnsityGmεtriκπseGpxεmplπsGσorGXsGOXhwiSGmSGqPUGJournaliofiChemicaliPhysicsSG1996SGXW[SGc]Z]Tc][]3.9 68

277 lGthπorπtiκεlGstuμyGoσGthπGlinπεrGvπrsusGηπntGgπomπtryGσorGsπvπrεlGxXYGmolπκulπseGxgqYSGnεsYSG
nεqYSGnπzYGεnμG×ηnlYUGPolyhedronSG1990SGdSGXdXdTXdZ[ 2.7 68

276
 hεtGsinglπsGoutGthπGqπzYRGmoiπtyjGlGμπnsityTσunκtionεlGthπoryGstuμyGoσGthπGmπthεnπTtoTmπthεnolG
rπεκtionGκεtεlyzπμGηyGthπGσirstGrowGtrεnsitionTmπtεlGoxiμπGμiκεtionsGxzOsYzPOpPYRSGxGhG—TnuUG
InorganiciChemistrySG2009SG[cSGZaYcTZc

5.1 67

275 lG”hπorπtiκεlGstuμyGoσGthπGintπrεκtionGoσGπthylπnπGwithGtrεnsitionGmπtεlGκomplπxπsUGTheoreticai
ChimicaiActaSG1972SGYbSGZZdTZ][ 67

274
lGthπorπtiκεlGstuμyGoσGmπtεlâ��ligεnμGηonμGstrπngthsGOxjweGwGhGzsSGznsZSG“sSGysYSG†sYSGnsZSG“isZSG
nyGεnμGsPGinGthπGπεrlyGtrεnsitionGmπtεlGsystπmsGnlZxwGOxGhG”iSGZrGεnμGsσPGεnμGlεtπGtrεnsitionGmπtεlG
systπmsGwnoOnzP[UGPolyhedronSG1988SGbSGXaY]TXaZb

2.7 66

273 znGthπGsεrtrππTqoκkGεnμGX˛–GμπsκriptionsGoσGsmεllGκoppπrGκlustπrGπlπκtroniκGstruκturπsUGChemicali
PhysicsiLettersSG1982SGcaSGXbaTXcW 2.5 65

272 xolπκulεrGκlustπrGthπoryGoσGnzGκhπmisorptionGonGεGniκkπlOXWWPGsurσεκπUGSurfaceiScienceSG1977SGa[SGa[dTaab1.8 65

271 vohnT“hεmGpotπntiεlsGκorrπsponμingGtoG“lεtπrGεnμGrεussiεnGηεsisGsπtGμπnsitiπsUGTheoreticali
ChemistryiAccountsSG1997SGdcSGXaTY[ 1.9 64

270 “ixTμimπnsionεlGquεntumGμynεmiκsGoσGsκεttπringGoσGOvhWSGjhWPGsYGσromG†tOXXXPeGκompεrisonGtoG
πxpπrimπntGεnμGtoGκlεssiκεlGμynεmiκsGrπsultsUGChemicaliPhysicsiLettersSG2001SGZ[bSGYbbTYc[ 2.5 63

269 ’πεκtionG†εthG“εmplingGoσGthπG’πεκtionGηπtwππnGtronOttPGεnμGsyμrogπnG†πroxiμπGinGlquπousG
“olutionUGJournaliofiPhysicaliChemistryiASG2002SGXWaSGbdWYTbdXW 2.8 63

268 †πrspπκtivπGonGâ��“πlσTκonsistπntGπquεtionsGinκluμingGπxκhεngπGεnμGκorrπlεtionGπσσπκtsâ��UGTheoreticali
ChemistryiAccountsSG2000SGXWZSGYa]TYad 1.9 63

267 oissoκiεtionGoσGsYGonGnuOXWWPeGoynεmiκsGonGεGnπwGtwoTμimπnsionεlGpotπntiεlGπnπrgyGsurσεκπUG
JournaliofiChemicaliPhysicsSG1995SGXWYSGZcbZTZccZ 3.9 63

266 nhεrgπGtrεnsσπrSGμouηlπGεnμGηonμTηrπεkingGπxκitεtionsGwithGtimπTμπpπnμπntGμπnsityGmεtrixG
σunκtionεlGthπoryUGPhysicaliReviewiLettersSG2008SGXWXSGWZZWW[ 7.4 62

265
”owεrμsGπxκitεtionGπnπrgiπsGεnμGOhypπrPpolεrizεηilityGκεlκulεtionsGoσGlεrgπGmolπκulπsUGlppliκεtionG
oσGpεrεllπlizεtionGεnμGlinπεrGsκεlingGtπκhniquπsGtoGtimπTμπpπnμπntGμπnsityGσunκtionεlGrπsponsπG
thπoryUGJournaliofiComputationaliChemistrySG2000SGYXSGX]XXTX]YZ

3.5 62

EvertuJanuBaerends
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264 plπκtroniκGspπκtrumGoσG–zYOYRPGεnμG−–zYnl[]YTGκεlκulεtπμGwithGtimπTμπpπnμπntGμπnsityGσunκtionεlG
thπoryUGJournaliofiChemicaliPhysicsSG2007SGXYaSGXd[ZXX 3.9 61

263 znGthπGπσσπκtGoσGμGorηitεlsGonGrπlεtivistiκGηonμTlπngthGκontrεκtionsUGChemicaliPhysicsiLettersSG1981SG
cZSG[ZYT[Zb 2.5 61

262 ’πlεtivistiκGpσσπκtsGσorGyx’G“hiπlμingGnonstεntsGinG”rεnsitionGxπtεlGzxiμπsG–singGthπGZπrothTzrμπrG
’πgulεrGlpproximεtionUGJournaliofiPhysicaliChemistryiASG2000SGXW[SG]aWWT]aXX 2.8 60

261
pnπrgπtiκsGoσGintπrmπμiεtπsGεnμGrπεκtionGstπpsGinvolvπμGinGthπGhyμroσormylεtionGrπεκtionGκεtεlyzπμG
ηyGsnoOnzP[UGlGthπorπtiκεlGstuμyGηεsπμGonGμπnsityGσunκtionεlGthπoryUGJournaliofitheiAmericani
ChemicaliSocietySG1989SGXXXSGYWXcTYWY]

16.4 60

260 lG—noGroηustGmoμπGεnεlysisGoσGinμuκπμGκhirεlityeGthπGκεsπGoσGpulπgonπGinGκhloroσormUGChiralitySG2009
SGYXG“upplGXSGpYcbTdb 2.1 59

259
gTGεnμGlT”πnsorGnεlκulεtionsGinGthπGZπroTzrμπrGlpproximεtionGσorG’πlεtivistiκGpσσπκtsGoσGyiG
nomplπxπsGεnμGyiOnzPZsGεsGxoμπlGnomplπxπsGσorGthπGlκtivπGnπntπrGoσG−yiqπ]TsyμrogπnεsπUG
JournaliofiPhysicaliChemistryiASG2001SGXW]SG[XaT[Y]

2.8 59

258 xightGmqGεnμGmy’YGηπGεltπrnεtivπsGtoGnzjGlGthπorπtiκεlGquπstGσorGnπwGligεnμsGinGorgεnomπtεlliκG
κhπmistryUGNewiJournaliofiChemistrySG1998SGYYSGXTZ 3.6 58

257 —iηroniκGstruκturπGoσGthπGpπrmεngεnεtπGεηsorptionGspπκtrumGσromGtimπTμπpπnμπntGμπnsityG
σunκtionεlGκεlκulεtionsUGJournaliofiPhysicaliChemistryiASG2005SGXWdSGXXacTbd 2.8 58

256 lμsorptionGεnμGμiσσusionGonGεGstπppπμGsurσεκπeGεtomiκGhyμrogπnGonG†tOYXXPUGJournaliofiChemicali
PhysicsSG2004SGXYWSGXXc]YTaZ 3.9 58

255 “ymmπtryGηrπεkingGεnμGionizεtionGσromGsymmπtryGπquivεlπntGinnπrGshπllsGεnμGlonπGpεirsGinGX˛–G
thπoryUGChemicaliPhysicsSG1982SGa[SGX]dTXaa 2.3 58

254 zxiμεtivπGpropπrtiπsGoσGqπzYReGπlπκtroniκGstruκturπGεnμGsolvεtionGπσσπκtsUGPhysicaliChemistryi
ChemicaliPhysicsSG2007SGdSGX]aTaa 3.6 57

253 ”hπGpo”lGnomplπxGoσGzxiμoironOt—PGεsG’πεlisεtionGoσGεnGzptimεlGwigεnμGpnvironmπntGσorGsighG
lκtivityGoσGqπzYRUGEuropeaniJournaliofiInorganiciChemistrySG2008SGYWWcSGXabYTXacX 2.3 57

252 xoμπlingGsolvπntGπσσπκtsGonGπlπκtronTspinTrπsonεnκπGhypπrσinπGκouplingsGηyGσrozπnTμπnsityG
πmηπμμingUGJournaliofiChemicaliPhysicsSG2005SGXYZSGXX[XWX 3.9 57

251 xπκhεnismsGoσGsYGμissoκiεtivπGεμsorptionGonGthπG†tOYXXPGstπppπμGsurσεκπUGJournaliofiChemicali
PhysicsSG2005SGXYYSGXd[bWc 3.9 57

250 zriginGεnμGrπlπvεnκπGoσGthπGstεggπringGinGonπTμimπnsionεlGmolπκulεrGmπtεlsUGlGμπnsityGσunκtionεlG
stuμyGoσGmπtεllophthεloκyεninπGmoμπlGμimπrsUGInorganiciChemistrySG1992SGZXSG[bXbT[bYa 5.1 57

249 nomηinπμGthπorπtiκεlGεnμGπxpπrimπntεlGμππpT–—GrπsonεnκπGrεmεnGstuμiπsGoσGsuηstitutπμGpyrπnπsUG
JournaliofiPhysicaliChemistryiASG2005SGXWdSGYXWWTa 2.8 56

248 ’oviηrεtionεllyGinπlεstiκGsκεttπringGoσGOvhXSGjhXPGsYGσromGnuOXWWPeGpxpπrimπntGεnμGthπoryUGJournaliofi
ChemicaliPhysicsSG2001SGXX[SG[d] 3.9 56

247 xolπκulεrGκlustπrGκεlκulεtionsGσorGthπGintπrprπtεtionGoσGnzGκhπmisorptionGonGεGyiOXWWPGsurσεκπUG
SurfaceiScienceSG1979SGcYSGXZdTXa[ 1.8 56

(1979-2007)
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246 lnεlytiκGquεμrεtiκGintπgrεtionGovπrGthπGtwoTμimπnsionεlGmrillouinGzonπUGJournaliofiPhysicsiC:iSolidi
StateiPhysicsSG1988SGYXSG[YaZT[YcZ 55

245
xπtεlâ��nzGphotoμissoκiεtionGinGtrεnsitionGmπtεlGκomplπxπseG”hπGrolπGoσGligεnμTσiπlμGεnμG
κhεrgπTtrεnsσπrGπxκitπμGstεtπsGinGthπGphotoκhπmiκεlGμissoκiεtionGoσGmπtεlâ��ligεnμGηonμsUG
CoordinationiChemistryiReviewsSG1998SGXbbSGdbTXY]

23.2 54

244
plπκtroniκGstruκturπSGκhπmiκεlGηonμSGεnμGoptiκεlGspπκtrεGoσGmπtεlGηisOporphyrinPGκomplπxπseGεG
oq”V”ooq”GstuμyGoσGthπGηisOporphyrinPxOt—PGOxGhGZrSGnπSG”hPGsπriπsUGJournaliofitheiAmericani
ChemicaliSocietySG2002SGXY[SGXYZXdTZ[

16.4 54

243 “tπpGstruκturπGinGthπGεtomiκGvohnT“hεmGpotπntiεlUGZeitschriftiFˆ…riPhysikiDyAtomsiMoleculesiandi
ClustersSG1995SGZZSGYYdTYZc 54

242 qourGκomponπntGrπgulεrGrπlεtivistiκGsεmiltoniεnsGεnμGthπGpπrturηεtionεlGtrπεtmπntGoσGoirεκâ��sG
πquεtionUGJournaliofiChemicaliPhysicsSG1995SGXWYSGXb]cTXbaa 3.9 54

241 pnπrgyGπxprπssionsGinGμπnsityTσunκtionεlGthπoryGusingGlinπGintπgrεlsUGPhysicaliReviewiASG1995SG]XSGXbWTXbc2.6 54

240
”hπorπtiκεlGstuμyGoσGthπGπlπκtroniκGstruκturπsGεnμGεηsorptionGspπκtrεGoσGtπtrεκyεnoplεtinεtπOYTPG
εnμGμithεlliumGtπtrεκyεnoplεtinεtπOYTPGηεsπμGonGμπnsityGσunκtionεlGthπoryGinκluμingGrπlεtivistiκG
πσσπκtsUGJournaliofitheiAmericaniChemicaliSocietySG1989SGXXXSG]aZXT]aZ]

16.4 54

239
xoμπlGsystπmsGσorGinitiεlGstεgπsGinGoxiμεtivπTεμμitionGrπεκtionsUG”hπorπtiκεlGinvπstigεtionGoσGUπtεUXG
εnμGUπtεUYGκoorμinεtionGoσGμiσluorinπGεnμGμihyμrogπnGtoGtπtrεκhloroplεtinεtπOYTPGεnμGκhromiumG
pπntεκεrηonylUGInorganiciChemistrySG1990SGYdSGZ]WTZ][

5.1 54

238 ’πlεtivistiκGκεlκulεtionsGtoGεssπssGthπGεηilityGoσGthπGgπnπrεlizπμGgrεμiπntGεpproximεtionGtoG
rπproμuκπGtrπnμsGinGκohπsivπGpropπrtiπsGoσGsoliμsUGPhysicaliReviewiBSG2000SGaXSGXbbZTXbbc 3.3 53

237 vohnT“hεmGpotπntiεlsGεnμGπxκhεngπGεnμGκorrπlεtionGπnπrgyGμπnsitiπsGσromGonπTGεnμGtwoTπlπκtronG
μπnsityGmεtriκπsGσorGwiYSGyYSGεnμGqYUGPhysicaliReviewiASG1998SG]bSGXbYdTXb[Y 2.6 53

236 lppliκεtionGoσGtimπTμπpπnμπntGμπnsityGσunκtionεlGrπsponsπGthπoryGtoG’εmεnGsκεttπringUGChemicali
PhysicsiLettersSG1996SGY]dSG]ddTaW[ 2.5 53

235 tmportεnκπGoσGviηroniκGπσσπκtsGonGthπGκirκulεrGμiκhroismGspπκtrumGoσGμimπthyloxirεnπUGJournaliofi
ChemicaliPhysicsSG2005SGXYYSGYZ[ZW] 3.9 52

234 XTrεyG“truκturπGoσGσεκTtxnOnzPZOηpyPGεnμGplπκtroniκG“truκturπsGεnμG”rεnsitionsGoσGthπGnomplπxπsG
σεκTXxnOnzPZOηpyPGOXGhGnlSGtPGεnμGmπrTnlxnOnzPZOηpyPUGInorganiciChemistrySG1995SGZ[SGX]ccTX]d[ 5.1 51

233 oπnsityGqunκtionεlG“tuμyGoσGthπG†hotoμissoκiεtionGoσGxnYOnzPXWUGInorganiciChemistrySG1996SGZ]SGYccaTYcdb5.1 51

232 pxκitεtionGπnπrgiπsGwithGtimπTμπpπnμπntGμπnsityGmεtrixGσunκtionεlGthπoryeG“inglπtGtwoTπlπκtronG
systπmsUGJournaliofiChemicaliPhysicsSG2009SGXZWSGXX[XW[ 3.9 50

231 pnhεnκπmπntGoσGt’GεnμG—noGintπnsitiπsGμuπGtoGκhεrgπGtrεnsσπrUGPhysicaliChemistryiChemicaliPhysicsSG
2009SGXXSGX]YaTZc 3.6 50

230 nεlκulεtionGoσGthπGlGtπrmGoσGmεgnπtiκGκirκulεrGμiκhroismGηεsπμGonGtimπGμπpπnμπntTμπnsityG
σunκtionεlGthπoryGtUGqormulεtionGεnμGimplπmπntεtionUGJournaliofiChemicaliPhysicsSG2004SGXYWSGXWd[YT][ 3.9 50

229 lwεyGσromGgπnπrεlizπμGgrεμiπntGεpproximεtioneGorηitεlTμπpπnμπntGπxκhεngπTκorrπlεtionG
σunκtionεlsUGJournaliofiChemicaliPhysicsSG2005SGXYZSGaYYWY 3.9 50

EvertuJanuBaerends
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228 lllTπlπκtronGoirεκTqoκkT“lεtπrG“nqGκεlκulεtionsGσorGπlπκtroniκGεnμGgπomπtriκGstruκturπsGoσGthπG
sgYεnμGsgZmolπκulπsUGJournaliofiPhysicsiB:iAtomicwiMoleculariandiOpticaliPhysicsSG1995SGYcSGYZY]TYZZX 1.3 50

227 sypπrthπrmεlGεlkεliTionGsκεttπringGσromGεGmπtεlGsurσεκπeGlGthπorπtiκεlGstuμyGoσGthπGpotπntiεlUG
PhysicaliReviewiBSG1986SGZ[SG]WZWT]W[Y 3.3 50

226 pxploringGthπGεηilityGoσGσrozπnTμπnsityGπmηπμμingGtoGmoμπlGinμuκπμGκirκulεrGμiκhroismUGJournaliofi
PhysicaliChemistryiASG2006SGXXWSGcbcaTda 2.8 49

225 —εriεtionεlGμπnsityGmεtrixGσunκtionεlGκεlκulεtionsGσorGthπGκorrπκtπμGsεrtrππGεnμGκorrπκtπμG
sεrtrππâ��qoκkGσunκtionεlsUGChemicaliPhysicsiLettersSG2002SGZa[SG[WdT[Xd 2.5 49

224 zrηitεlGtntπrεκtionsGinGsyμrogπnGmonμsGtmportεntGσorGnohπsionGinGxolπκulεrGnrystεlsGεnμG
xismεtκhπμG†εirsGoσGoylGmεsπsUGCrystaliGrowthiandiDesignSG2002SGYSGYZdTY[] 3.5 49

223
monμingG†ropπrtiπsGoσGεGyovπlGtnorgεnomπtεlliκGnomplπxSG’uO“n†hOZPPOYPOnzPOYPOi†rTolmPGOi†rTolmG
hGySyNToiisopropylTXS[TμiεzεTXSZTηutεμiπnπPSGεnμGitsG“tεηlπG’εμiκεlTlnionSG“tuμiπμGηyG–—T—isSGt’SGεnμG
p†’G“pπκtrosκopySGO“pπκtroTPGplπκtroκhπmistrySGεnμGoπnsityGqunκtionεlGnεlκulεtionsUGInorganici
ChemistrySG1996SGZ]SG][acT][bb

5.1 49

222 nompπtitionGηπtwππnGviηrεtionεlGπxκitεtionGεnμGμissoκiεtionGinGκollisionsGoσGsYGwithGnuOXWWPUG
PhysicaliReviewiBSG1996SG]ZSGXWZdbTXW[WX 3.3 49

221 ’otεtionεlGπσσπκtsGinGsixTμimπnsionεlGquεntumGμynεmiκsGσorGrπεκtionGoσGsYGonGnuOXWWPUGJournaliofi
ChemicaliPhysicsSG1999SGXXWSGbWWcTbWYW 3.9 48

220
lGnomηinπμG“pπκtrosκopiκSG†hotophysiκεlGεnμG”hπorπtiκεlGOoq”PG“tuμyGoσGthπGplπκtroniκεllyGpxκitπμG
tnorgεnomπtεlliκGnomplπxπsG−’uOpPOpjPOnzPYOi†râ��olmP]GOpjnlSGxπSG“n†hZSG†η†hZfGpjjrπ†hZSG“n’ZSG
†η’ZGO’jxπSG†hPfGi†râ��olmhySyNTμiisopropylTXS[TμiεzεTXSZTηutεμiπnπPeGpviμπnκπGoσGεnGpxκπptionεllyG
wongTwivπμGZˇ�ˇ�QGpxκitπμG“tεtπGσorG−’uO“n†hZPYOnzPYOi†râ��olmP]UGChemistryiyiAiEuropeaniJournalSG
1996SGYSGX]]aTX]a]

4.8 48

219
wnlzGXUεlphεUGκεlκulεtionGoσGthπGmεgnπtiκGπxκhεngπGintπrεκtionsGinGεGmεngεnπsπGxnt—xnZtttG
κuηεnπGκomplπxeGrπlπvεnκπGtoGthπGwεtπrGoxiμεtionGκπntπrGoσGphotosystπmGttUGJournaliofitheiAmericani
ChemicaliSocietySG1992SGXX[SGaXWdTaXXd

16.4 48

218 wπvπlGorμπringGinGσπrroκπnκπUGlGκompεrisionGηπtwππnGthπGhεrtrππTσoκkTslεtπrGεnμGhεrtrππTσoκkG
moμπlsUGChemicaliPhysicsiLettersSG1973SGYZSGZdXTZdZ 2.5 48

217 “truκturπGεnμGmonμingGoσGthπGyoηlπGrεsâ��xπtεlGnεrηonylGnomplπxπsGxOnzP]â��ygGOxGhGnrSGxoSG G
εnμGygGhGlrSGvrSGXπPUGOrganometallicsSG1997SGXaSG[cdaT[dWY 3.8 47

216 pxκhεngπTκorrπlεtionGπnπrgyGεnμGpotπntiεlGεsGεpproximεtπGσunκtionεlsGoσGoκκupiπμGεnμGvirtuεlG
vohnâ��“hεmGorηitεlseGlppliκεtionGtoGμissoκiεtingGs−suηGY]UGJournaliofiChemicaliPhysicsSG2003SGXXcSGbXcZ 3.9 47

215
–nμπrstεnμingGsolvπntGπσσπκtsGinGviηrεtionεlGκirκulεrGμiκhroismGspπκtrεeG
−XSXNTηinεphthεlπnπ]TYSYNTμiolGinGμiκhloromπthεnπSGεκπtonitrilπSGεnμGμimπthylGsulσoxiμπGsolvπntsUG
JournaliofiPhysicaliChemistryiASG2012SGXXaSGcZaaTbZ

2.8 46

214 tsG−qπz]OYRPGthπGεκtivπGκπntπrGεlsoGinGironGκontεiningGzπolitπsjGlGμπnsityGσunκtionεlGthπoryGstuμyGoσG
mπthεnπGhyμroxylεtionGκεtεlysisGηyGqπTZ“xT]GzπolitπUGInorganiciChemistrySG2010SG[dSGZcaaTcW 5.1 46

213 †hotophysiκsGoσGoκtεηutoxyGphthεloκyεninεtoTyiOttPGinGtoluπnπeGultrεσεstGπxpπrimπntsGεnμG
oq”V”ooq”GstuμiπsUGJournaliofiPhysicaliChemistryiASG2005SGXWdSGYWbcTcd 2.8 46

212 lηGinitioGmolπκulεrGμynεmiκsGsimulεtionGoσGthπGzsGrεμiκεlGinGliquiμGwεtπrUGChemicaliPhysicsiLettersSG
2004SGZdcSGYXYTYXa 2.5 46

211 ”hπGκεlκulεtionGoσGp“’GpεrεmπtπrsGηyGμπnsityGσunκtionεlGthπoryeGthπGgTGεnμGlTtπnsorsGoσGnoOεκεκπnPUG
ChemicaliPhysicsiLettersSG2004SGZddSG[ZZT[Zd 2.5 46

(2004-1995)
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210 tmprovπμGoπsκriptionGoσGnhπmiκεlGmεrriπrsGwithGrπnπrεlizπμGrrεμiπntGlpproximεtionsGOrrlsPGεnμG
xπtεTrrlsUGJournaliofiPhysicaliChemistryiASG2004SGXWcSG[[]dT[[ad 2.8 46

209 yuκlπεrGmεgnπtiκGrπsonεnκπGκhπmiκεlGshiσtsGwithGthπGstεtistiκεlGεvπrεgπGoσGorηitεlTμπpπnμπntG
moμπlGpotπntiεlsGinGvohnâ��“hεmGμπnsityGσunκtionεlGthπoryUGJournaliofiChemicaliPhysicsSG2003SGXXcSGc]c[Tc]dZ3.9 46

208 ”hπGUπtεUXTGεnμGUπtεUYTκoorμinεtionGinGεGOphosphεεlkπnπPplεtinumOWPGκomplπxUGOrganometallicsSG1984
SGZSGXcW[TXcXX 3.8 46

207 qεilurπGoσGtimπTμπpπnμπntGμπnsityGσunκtionεlGthπoryGσorGπxκitπμGstεtπGsurσεκπsGinGκεsπGoσGhomolytiκG
ηonμGμissoκiεtionUGChemicaliPhysicsiLettersSG2008SG[aXSGZZcTZ[Y 2.5 45

206 “truκturεlSGoptiκεlSGεnμGphotophysiκεlGpropπrtiπsGoσGniκkπlOttPGεlkylthioporphyrinseGinsightsGσromG
πxpπrimπntεlGεnμGoq”V”ooq”GstuμiπsUGInorganiciChemistrySG2005SG[[SGaaWdTYY 5.1 45

205 nountπrpoisπGκorrπκtionGisGnotGusπσulGσorGshortGεnμG—εnGμπrG εεlsGμistεnκπsGηutGmεyGηπGusπσulGεtG
longGrεngπUGJournaliofiComputationaliChemistrySG2011SGZYSGYcdaTdWX 3.5 44

204 lG“quεrπT†lεnεrGyiκkπlOttPGxonorεμiκεlGnomplπxGwithGεGmisOsεliκyliμπnπPμiεminπGwigεnμUGEuropeani
JournaliofiInorganiciChemistrySG2007SGYWWbSGaZbTa[Y 2.3 44

203 syμroxylGrεμiκεlGεnμGhyμroxiμπGionGinGliquiμGwεtπreGεGκompεrεtivπGπlπκtronGμπnsityGσunκtionεlGthπoryG
stuμyUGJournaliofiPhysicaliChemistryiBSG2005SGXWdSGYZaW]TXW 3.4 43

202
”hπGshortGyG−ηonμ]GqGηonμGinGyOYPqORPGεnμGhowG†εuliGrπpulsionGinσluπnκπsGηonμGlπngthsUG”hπorπtiκεlG
stuμyGoσGyOYPXORPSGyqOZPXORPSGεnμGysOZPXORPGOXG−μouηlπGηonμ]GqSGsPUGJournaliofitheiAmericaniChemicali
SocietySG2002SGXY[SGX]WWT]

16.4 43

201
”hπorπtiκεlGstuμyGonGthπGμiσσπrπnκπGinGthπGrπlεtivπGstrπngthsGoσGmπtεlThyμrogπnGεnμGmπtεlTmπthylG
ηonμsGinGκomplπxπsGoσGπεrlyGtrεnsitionGmπtεlsGεnμGκomplπxπsGoσGmiμμlπGtoGlεtπGtrεnsitionGmπtεlsUG
InorganiciChemistrySG1988SGYbSGZ[]cTZ[a[

5.1 43

200 xπκhεnistiκGlspπκtsGoσGthπG’πvπrsiηlπGminμingGoσG“zYGonGlrylplεtinumGnomplπxπseGGpxpπrimπntεlG
εnμGεηGtnitioG“tuμiπsUGInorganiciChemistrySG2001SG[WSGc]WTc]] 5.1 42

199 oπnsityGqunκtionεlG“tuμyGoσGrrounμGεnμGpxκitπμG“tεtπsGoσGxnYOnzPXWUGInorganiciChemistrySG1995SG
Z[SGZ[Y]TZ[ZY 5.1 42

198 oπnsityGqunκtionεlG“tuμyGoσGxεgnπtiκGnouplingG†εrεmπtπrsUG’πκonκilingG”hπoryGεnμGpxpπrimπntGσorG
thπG”iqZGnomplπxUGTheiJournaliofiPhysicaliChemistrySG1995SGddSGXZWd[TXZXWY 42

197 plπκtroniκGstruκturπGoσGηinuκlπεrGmπtεlGκεrηonylGκomplπxπsUGFaradayiSymposiaiofitheiChemicali
SocietySG1980SGX[SGYXX 42

196 nlustπrGstuμiπsGoσGnzGεμsorptionUGSurfaceiScienceSG1981SGXWdSGXabTXdW 1.8 42

195
wongTrεngπGsolvπntGπσσπκtsGonGthπGorηitεlGintπrεκtionGmπκhεnismGoσGwεtπrGεκiμityGπnhεnκπmπntGinG
mπtεlGionGsolutionseGεGκompεrεtivπGstuμyGoσGthπGπlπκtroniκGstruκturπGoσGεquπousGxgGεnμGZnG
μiκεtionsUGJournaliofiPhysicaliChemistryiBSG2006SGXXWSGXX[[[T]Z

3.4 41

194 syμrogπnGηonμingGinGmimiκsGoσG εtsonTnriκkGηεsπGpεirsGinvolvingGnTsGprotonGμonorGεnμGqGprotonG
εκκπptorGgroupseGεGthπorπtiκεlGstuμyUGChemPhysChemSG2004SG]SG[cXTb 3.2 41

193 znGthπGnεturπGoσGthπGσirstGπxκitπμGstεtπsGoσGthπGurεnylGionUGChemicaliPhysicsiLettersSG1984SGXW]SGZWcTZXa 2.5 41

EvertuJanuBaerends
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192 †hotoπlπκtronGspπκtrεGεnμGX˛–GκεlκulεtionsGoσGironGpπntεκεrηonylGεnμGπthylπnπironGtπtrεκεrηonylUG
JournaliofiElectroniSpectroscopyiandiRelatediPhenomenaSG1975SGaSGY]dTYab 1.7 40

191 oirπκtGsuηsurσεκπGεηsorptionGoσGhyμrogπnGonG†μOXXXPeG‘uεntumGmπκhεniκεlGκεlκulεtionsGonGεGnπwG
twoTμimπnsionεlGpotπntiεlGπnπrgyGsurσεκπUGJournaliofiChemicaliPhysicsSG1997SGXWaSGdYcaTdYda 3.9 39

190 nεlκulεtionGoσGprπssurπGinGκεsπGoσGpπrioμiκGηounμεryGκonμitionsUGChemicaliPhysicsiLettersSG2006SG[YXSGXZcTX[X2.5 39

189 oissoκiεtivπGκhπmisorptionGoσGsYGonG†tOXXXPeGisotopπGπσσπκtGεnμGπσσπκtsGoσGthπGrotεtionεlG
μistriηutionGεnμGπnπrgyGμispπrsionUGSurfaceiScienceSG2004SG]bZSG[ZZT[[] 1.8 39

188
oq”GκεlκulεtionsGonGthπGπlπκtroniκGεnμGgπomπtriκεlGstruκturπGoσGXcTκrownTaGκomplπxπsGwithGlgRSG
sgYRSGlgWSGsgRSGsgWSGlgyzZSGεnμGsgXYGOXhnlSGmrSGεnμGtPUGComputationaliandiTheoreticaliChemistrySG
2002SG]ccSG]]Tad

39

187 tnσluπnκπGoσGthπGπxκhεngπTκorrπlεtionGpotπntiεlGinGμπnsityTσunκtionεlGκεlκulεtionsGonGpolεrizεηilitiπsG
εnμGεηsorptionGspπκtrεGoσGεlkεliTmπtεlGκlustπrsUGPhysicaliReviewiASG2001SGaZSG 2.6 39

186 znGthπGπrrorsGoσGloκεlGμπnsityGOwolPGεnμGgπnπrεlizπμGgrεμiπntGOrrlPGεpproximεtionsGtoGthπG
vohnT“hεmGpotπntiεlGεnμGorηitεlGπnπrgiπsUGJournaliofiChemicaliPhysicsSG2016SGX[[SGYW[XX[ 3.9 39

185 nuOηipyPYRV”px†zTκεtεlyzπμGoxiμεtionGoσGεlκoholseGrεμiκεlGorGnonrεμiκεlGmπκhεnismjUGInorganici
ChemistrySG2011SG]WSGXXcdaTdW[ 5.1 38

184 ’πsponsπGκεlκulεtionsGwithGεnGinμπpπnμπntGpεrtiκlπGsystπmGwithGεnGπxεκtGonπTpεrtiκlπGμπnsityG
mεtrixUGPhysicaliReviewiLettersSG2010SGXW]SGWXZWWY 7.4 38

183 zxiμεtionGoσGmπthεnolGηyGqπzYRGinGwεtπreGoq”GκεlκulεtionsGinGthπGgεsGphεsπGεnμGεηGinitioGxoG
simulεtionsGinGwεtπrGsolutionUGJournaliofiPhysicaliChemistryiASG2008SGXXYSGXWWWTXY 2.8 38

182 qromGthπGvohnT“hεmGηεnμGgεpGtoGthπGσunμεmπntεlGgεpGinGsoliμsUGlnGintπgπrGπlπκtronGεpproεκhUG
PhysicaliChemistryiChemicaliPhysicsSG2017SGXdSGX]aZdTX]a]a 3.6 37

181 ”hπGqirstG”hπorπtiκεlGεnμGpxpπrimπntεlG†rooσGoσG†olythioκεrηεmεtozinκOttPGnomplπxπsSGnεtεlystsGσorG
“ulσurG—ulκεnizεtionUGChemistryiyiAiEuropeaniJournalSG1998SG[SGXcXaTXcYX 4.8 37

180 lμiεηεtiκGεpproximεtionGoσGtimπTμπpπnμπntGμπnsityGmεtrixGσunκtionεlGrπsponsπGthπoryUGJournaliofi
ChemicaliPhysicsSG2007SGXYbSGYX[XWX 3.9 37

179 “ixTμimπnsionεlGpotπntiεlGπnπrgyGsurσεκπGσorGsYGεtG’uOWWWXPUGPhysicaliChemistryiChemicaliPhysicsSG
2006SGcSGaccTda 3.6 37

178 oissoκiεtivπGκhπmisorptionGoσGsYGonGnuOXWWPeGlGσourTμimπnsionεlGstuμyGoσGthπGπσσπκtGoσGpεrεllπlG
trεnslεtionεlGmotionGonGthπGrπεκtionGμynεmiκsUGJournaliofiChemicaliPhysicsSG1996SGXW]SG]dbdT]ddc 3.9 37

177 lGnonTpεrεmπtrizπμGpsπuμopotπntiεlGsκhπmπGεμεptπμGtoGthπGsεrtrππTqoκkT“lεtπrGmoμπlUGMoleculari
PhysicsSG1977SGZZSGXa]XTXaaY 1.7 37

176
lGσrontiπrGorηitεlGstuμyGwithGεηGinitioGmolπκulεrGμynεmiκsGoσGthπGπσσπκtsGoσGsolvεtionGonGκhπmiκεlG
rπεκtivityeGsolvπntTinμuκπμGorηitεlGκontrolGinGqπzTεκtivεtπμGhyμroxylεtionGrπεκtionsUGJournaliofithei
AmericaniChemicaliSocietySG2013SGXZ]SGcc]bTab

16.4 36

175
oouηlπGπxκitεtionGπσσπκtGinGnonTεμiεηεtiκGtimπTμπpπnμπntGμπnsityGσunκtionεlGthπoryGwithGεnG
εnεlytiκGκonstruκtionGoσGthπGπxκhεngπTκorrπlεtionGkπrnπlGinGthπGκommonGπnπrgyGμπnominεtorG
εpproximεtionUGPhysicaliChemistryiChemicaliPhysicsSG2009SGXXSG[a[WTa

3.6 36

(2009-1975)
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174 ”hπGinσluπnκπGoσGsurσεκπGmotionGonGthπGμirπκtGsuηsurσεκπGεηsorptionGoσGsYGonG†μOXXXPUGJournaliofi
ChemicaliPhysicsSG1997SGXWbSGXWa]YTXWaaX 3.9 36

173 plπκtronGκorrπlεtionGπσσπκtsGonGthπGshεpπGoσGthπGvohnâ��“hεmGmolπκulεrGorηitεlUGTheoreticali
ChemistryiAccountsSG1997SGdaSG[[T]W 1.9 36

172 †hosphiniμπnπGnomplπxπsGxOnzP]â��†’eGGlGoπnsityGqunκtionεlG“tuμyGonG“truκturπsGεnμGplπκtroniκG
“tεtπsUGOrganometallicsSG1998SGXbSGYbZcTYb[Y 3.8 36

171 wigεnμGqiπlμGpσσπκtsGεnμGthπGsighG“pinâ��sighG’πεκtivityGnorrπlεtionGinGthπGsGlηstrεκtionGηyG
yonTsπmπGtronOt—Pâ��zxoGnomplπxπseGlGoq”GqrontiπrGzrηitεlG†πrspπκtivπUGACSiCatalysisSG2015SG]SGX[b]TX[cc13.1 35

170 zriginGoσGthπGσiπlμTκountπrεκtingGtπrmGoσGthπGvohnT“hεmGπxκhεngπTκorrπlεtionGpotπntiεlGoσG
molπκulεrGκhεinsGinGεnGπlπκtriκGσiπlμUGPhysicaliReviewiASG2000SGaYSG 2.6 35

169
luσηεuGμπrivπμGσromGεGuniσiπμGtrπεtmπntGoσGoκκupεtionGnumηπrsGinGsεrtrππTqoκkSGvohnT“hεmSGεnμG
nεturεlGorηitεlGthπoriπsGwithGthπGvεrushTvuhnT”uκkπrGκonμitionsGσorGthπGinπquεlityGκonstrεintsG
nOiPorhWUGJournaliofiChemicaliPhysicsSG2010SGXZYSGXd[XWc

3.9 34

168 sighGtπmpπrεturπGphotoπlπκtronGspπκtrosκopyeGlGstuμyGoσG–SG–zSGεnμG–zYUGJournaliofiChemicali
PhysicsSG1988SGcdSG]ZaZT]ZbY 3.9 34

167 “ignεturπsGoσGsitπTspπκiσiκGrπεκtionGoσGsYGonGnuOXWWPUGJournaliofiChemicaliPhysicsSG2002SGXXbSGaabZTaacb 3.9 33

166 ‘uεntumGμynεmiκsGoσGthπGμissoκiεtionGoσGsYGonGnuOXWWPeGμπpπnμπnκπGoσGthπGsitπTrπεκtivityGonGinitiεlG
roviηrεtionεlGstεtπUGFaradayiDiscussionsSG2000SGXWdTZYfGμisκussionGXaXTcd 3.6 33

165
“truκturεlG†ropπrtiπsGoσGxOμmitPOYPTmεsπμGOxGhGyiSG†μSG†tfGμmitOYPOTPGhG
YT”hioxoTXSZTμithiolπT[S]TμithiolεtoPGxolπκulεrGxπtεlsUGtnsightsGσromGoπnsityGqunκtionεlG
nεlκulεtionsUGInorganiciChemistrySG1998SGZbSGXZacTXZbd

5.1 33

164 lnεlysisGoσGthπGpolεrizεηilityGεnμGoptiκεlGpropπrtiπsGoσUGJournaliofiPhysicsiB:iAtomicwiMoleculariandi
OpticaliPhysicsSG1996SGYdSG]WcbT]XXZ 1.3 33

163 tntπrεκtionGoσGqGεnμGnlGwithGsiliκonGsurσεκπsUGPhysicaliReviewiBSG1988SGZcSGXY]WcTXY]XZ 3.3 33

162
plπκtroniκGstruκturπGεnμGηonμingGoσGμimπthylmπrκurySGmπrκuryOttPGκyεniμπSGmπthylmπrκuryGκyεniμπSG
ηisOXTpropynylPmπrκurySGεnμGmπthylOtrimπthylphosphinπPgolμUGJournaliofitheiAmericaniChemicali
SocietySG1984SGXWaSGZZcbTZZda

16.4 33

161 oiσσrεκtivπGεnμGrπεκtivπGsκεttπringGoσGsYGσromG’uOWWWXPeGπxpπrimπntεlGεnμGthπorπtiκεlGstuμyUG
PhysicaliChemistryiChemicaliPhysicsSG2011SGXZSGc]cZTdb 3.6 32

160 lGμynεmiκεlGstuμyGoσGthπGκhπmisorptionGoσGmolπκulεrGhyμrogπnGonGthπGnuOXXXPGsurσεκπUGJournaliofi
PhysicsiCondensediMatterSG1995SGbSGbXd]TbYWb 1.8 32

159 †orphyrinGvsGphthεloκyεninπGmπtεllomεκroκyκlπsGηεsπμGonπTμimπnsionεlGImolπκulεrGmπtεlsIUG
tnsightsGσromGμπnsityGσunκtionεlGκεlκulεtionsUGInorganiciChemistrySG1993SGZYSG]aZbT]aZd 5.1 32

158 mrokπnGsymmπtryGπσσπκtsGinGthπGsπOtPGvεlπnκπGphotoπlπκtronGspπκtrumGoσG“πOnyPYUGMoleculariPhysics
SG1982SG[aSGaWdTaYW 1.7 32

157 “πlσTκonsistπntGmolπκulεrGhεrtrππâ��σoκkâ��slεtπrGκεlκulεtionsUGt—UGznGπlπκtronGμπnsitiπsSG
spπκtrosκopiκGκonstεntsGεnμGprotonGεσσinitiπsGoσGsomπGsmεllGmolπκulπsUGChemicaliPhysicsSG1976SGXaSGZbXTZbd2.3 32

EvertuJanuBaerends
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156 nεtεlytiκGzxiμεtionGoσG εtπrGwithGsighT“pinGtronOt—Pâ��zxoG“pπκiπseG’olπGoσGthπG εtπrG“olvπntUGACSi
CatalysisSG2017SGbSG[WXcT[WY] 13.1 31

155 oirπκtGεpproximεtionGoσGthπGlongTGεnμGshortTrεngπGκomponπntsGoσGthπGπxκhεngπTκorrπlεtionG
vohnT“hεmGpotπntiεlUGInternationaliJournaliofiQuantumiChemistrySG1997SGaXSGYZXTY[Z 2.1 31

154 †hotoμissoκiεtionGoσGthπGphosphinπTsuηstitutπμGtrεnsitionGmπtεlGκεrηonylGκomplπxπsGnrOnzPO]PwG
εnμGqπOnzPO[PweGεGthπorπtiκεlGstuμyUGJournaliofitheiAmericaniChemicaliSocietySG2003SGXY]SGZ]]cTab 16.4 31

153 xolπκulεrGkniσπGthrowingeGεimingGσorGμissoκiεtionGεtGspπκiσiκGsurσεκπGsitπsGthroughGstεtπTsπlπκtionUG
ChemicaliPhysicsiLettersSG2000SGZYcSGZXbTZY[ 2.5 31

152 ”hπGπσσπκtGoσGκorrugεtionGonGthπGquεntumGμynεmiκsGoσGμissoκiεtivπGεnμGμiσσrεκtivπGsκεttπringGoσGsYG
σromG†tOXXXPUGJournaliofiChemicaliPhysicsSG2000SGXXZSGcZWWTcZXY 3.9 31

151 norrπlεtionGπnπrgyGμπnsityGσromGεηGinitioGσirstTGεnμGsπκonμTorμπrGμπnsityGmεtriκπseGlGηπnκhmεrkGσorG
εpproximεtπGσunκtionεlsUGJournaliofiChemicaliPhysicsSG1995SGXWZSGXWWc]TXWWd[ 3.9 31

150 ’πsponsπGκεlκulεtionsGηεsπμGonGεnGinμπpπnμπntGpεrtiκlπGsystπmGwithGthπGπxεκtGonπTpεrtiκlπGμπnsityG
mεtrixeGπxκitεtionGπnπrgiπsUGJournaliofiChemicaliPhysicsSG2012SGXZaSGWd[XW[ 3.9 30

149 oiσσrεκtivπGεnμGrπεκtivπGsκεttπringGoσGOvhWSGjhWPGsoGσromG†tOXXXPeG“ixTμimπnsionεlGquεntumG
μynεmiκsGκompεrπμGwithGπxpπrimπntUGJournaliofiChemicaliPhysicsSG2003SGXXcSG[XdWT[Xdb 3.9 30

148 oiσσusionGεnμGviηrεtionGoσGnzGmolπκulπsGεμsorηπμGonGεGnuOXWWPGsurσεκπeGlGpπrioμiκGμπnsityG
σunκtionεlGthπoryGstuμyUGJournaliofiChemicaliPhysicsSG2003SGXXdSG]WdT]X[ 3.9 30

147 ’otεtionεlGpσσπκtsGonG—iηrεtionεlGpxκitεtionGoσGsYGonGnuOXWWPUGPhysicaliReviewiLettersSG1999SGcYSGX[XWTX[XZ7.4 30

146 lssπssmπntGoσGμπnsityGσunκtionεlGmπthoμsGσorGrπεκtionGπnπrgπtiκseGiriμiumTκεtεlyzπμGwεtπrG
oxiμεtionGεsGκεsπGstuμyUGJournaliofiComputationaliChemistrySG2013SGZ[SGcbWTc 3.5 29

145
”hπGεμiεηεtiκGεpproximεtionGinGtimπTμπpπnμπntGμπnsityGmεtrixGσunκtionεlGthπoryeGrπsponsπG
propπrtiπsGσromGμynεmiκsGoσGphεsπTinκluμingGnεturεlGorηitεlsUGJournaliofiChemicaliPhysicsSG2010SG
XZZSGXb[XXd

3.9 29

144 ’πlεtivistiκGηonμGlπngthπningGoσG–zGYRYGεnμG–zYUGTheoreticaiChimicaiActaSG1991SGcXSGXZdTX]] 29

143 lGmomπntumTspεκπGviπwGoσGthπGκhπmiκεlGηonμUGtUG”hπGσirstTrowGsomonuκlπεrGμiεtomiκsUGChemicali
PhysicsSG1985SGd]SG]bTdX 2.3 29

142 rπnπrεtionGoσGσπrrylGspπκiπsGthroughGμioxygπnGεκtivεtionGinGironVpo”lGsystπmseGεGκomputεtionεlG
stuμyUGInorganiciChemistrySG2009SG[cSG]YbT[W 5.1 28

141 zYGεκtivεtionGinGεGμinuκlπεrGqπOttPVpo”lGκomplπxeGspinGsurσεκπGκrossingGεsGεGroutπGtoGhighlyGrπεκtivπG
qπOt—PoxoGspπκiπsUGJournaliofiPhysicaliChemistryiASG2009SGXXZSGXXdYaTZb 2.8 28

140 xπtεlTtoTwigεnμGnhεrgπG”rεnsσπrGOxwn”PG†hotoκhπmistryGoσGσεκTxnOnlPOnzPZOsTolmPeGGlGoπnsityG
qunκtionεlG“tuμyUGTheiJournaliofiPhysicaliChemistrySG1996SGXWWSGX]Z[aTX]Z]b 28

139 “ixTμimπnsionεlGquεntumGμynεmiκsGoσGsYGμissoκiεtivπGεμsorptionGonGthπG†tOYXXPGstπppπμGsurσεκπUG
JournaliofiChemicaliPhysicsSG2008SGXYcSGXd[bX] 3.9 28

(2008-2017)
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138 oissoκiεtivπGεnμGμiσσrεκtivπGsκεttπringGoσGsYGσromG†tOXXXPeGlGσourTμimπnsionεlGquεntumGμynεmiκsG
stuμyUGJournaliofiChemicaliPhysicsSG2002SGXXaSGd[Z]Td[[c 3.9 28

137 lnGεnεlysisGoσGnonloκεlGμπnsityGσunκtionεlsGinGκhπmiκεlGηonμingUGInternationaliJournaliofiQuantumi
ChemistrySG1994SG]YSGbXXTbZW 2.1 28

136 ”hπGκoorμinεtionGoσGmπtεlGεtomsGεtGno“iYV“iOXXXPGεnμGyi“iYV“iOXXXPGtntπrσεκπseGnlustπrGκεlκulεtionsUG
SurfaceiScienceSG1988SGYW]SG][dT]ac 1.8 28

135 lGnπwGεnεlytiκεlGpotπntiεlGπnπrgyGsurσεκπGσorGthπGεμsorptionGsystπmGnzVnuOXWWPUGJournaliofi
ChemicaliPhysicsSG2010SGXZYSGWb[XWc 3.9 27

134 lnεlysisGεnμGmoμπllingGoσGεtomiκGεnμGmolπκulεrGkohnTshεmGpotπntiεlsUGTopicsiiniCurrentiChemistrySG
1996SGXWbTXab 27

133 “ignεturπsGoσGκountπrTionGεssoκiεtionGεnμGhyμrogπnGηonμingGinGviηrεtionεlGκirκulεrGμiκhroismG
spπκtrεUGPhysicaliChemistryiChemicaliPhysicsSG2011SGXZSGccXXTY] 3.6 26

132 qirstGhypπrpolεrizεηilityGoσGεGsπsquiσulvεlπnπGtrεnsitionGmπtεlGκomplπxGηyGtimπTμπpπnμπntG
μπnsityTσunκtionεlGthπoryUGJournaliofiPhysicaliChemistryiASG2006SGXXWSGXWX[TYX 2.8 26

131 nlustπrGstuμiπsGoσGnzGεμsorptionUGSurfaceiScienceSG1982SGXXaSGXbbTXcb 1.8 26

130 oπnsityGqunκtionεlG“tuμyGoσGthπG†rimεryG†hotoproκπssπsGoσGxεngεnπsπG†πntεκεrηonylGnhloriμπG
OxnnlOnzPO]PPUGInorganiciChemistrySG1997SGZaSGX][XTX]]X 5.1 25

129 rεsT†hεsπGmεsπTtnμuκπμGXS[TpliminεtionseGzκκurrπnκπGoσG“inglπTSGoouηlπTSGεnμG”riplπT πllGpXκηG
xπκhεnismsUGJournaliofitheiAmericaniChemicaliSocietySG1995SGXXbSGdccdTdcdd 16.4 25

128
znGthπGπlπκtroniκGstruκturπGεnμGηonμingGoσGthπGpolynuκlπεrGεrylGμπrivεtivπsGoσGthπGgroupGtmGmπtεlsG
nu]Onas]P]SGlg[Onas]P[GεnμGlu]Onas]P]GηyGμπnsityGσunκtionεlGthπoryUGChemicaliPhysicsiLettersSG
1996SGY]bSG[XT[c

2.5 25

127 ”hπGnεturπGoσGthπGw–xzGinGqπYOnzPa“YGεnμGthπGηonμingGinGqπYOnzPa“YYTUGOrganometallicsSG1984SGZSGYcdTYdY3.8 25

126 lnGwnlzGsq“GinvπstigεtionGoσGthπGπlπκtroniκGstruκturπGoσGκoηεltoκπnπUGChemicaliPhysicsSG1981SGaYSG[WbT[YX2.3 25

125 ”hπGμπnsityGmεtrixGσunκtionεlGεpproεκhGtoGπlπκtronGκorrπlεtioneGμynεmiκGεnμGnonμynεmiκG
κorrπlεtionGεlongGthπGσullGμissoκiεtionGκoorμinεtπUGJournaliofiChemicaliPhysicsSG2014SGX[WSGYX[XW] 3.9 24

124
syμroxylεtionGκεtεlysisGηyGmononuκlπεrGεnμGμinuκlπεrGironGoxoGκεtεlystseGεGmπthεnπG
monooxygπnεsπGmoμπlGsystπmGvπrsusGthπGqπntonGrπεgπntGqπOt—PzOsYzP]OYRPUGInorganiciChemistrySG
2012SG]XSGaZTb]

5.1 24

123 ”hπGεnεlogGoσGvoopmεnsâ��GthπorπmGσorGvirtuεlGvohnâ��“hεmGorηitεlGπnπrgiπsUGCanadianiJournaliofi
ChemistrySG2009SGcbSGXZcZTXZdX 0.9 24

122 sowGmolπκulεrGtrεppingGπnhεnκπsGthπGrπεκtivityGoσGroughGsurσεκπsUGSurfaceiScienceSG2004SG]bXSGwZY]TwZZW1.8 24

121 ”rεnsiπntGnzGεμsorptionGεnμGthπGκεtεlytiκGpropπrtiπsGoσGsurσεκπsUGPhysicaliReviewiBSG2001SGaZSG 3.3 24
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120 pσσπκtivπGznπTplπκtronG†otπntiεlGinGthπGvohnâ��“hεmGxolπκulεrGzrηitεlG”hπoryUGACSiSymposiumi
SeriesSG1996SGYWT[X 0.4 24

119 nonstruκtionGoσGthπGqolμyâ�� outhuysπnGtrεnsσormεtionGεnμGsolutionGoσGthπGoirεκGπquεtionGusingG
lεrgπGκomponπntsGonlyUGJournaliofiChemicaliPhysicsSG1996SGXW]SGYZbZTYZbb 3.9 24

118 ’πlεtivistiκGπσσπκtGonGthπGintπrεtomiκGplεtinumâ��oxygπnGpotπntiεlGεnμGitsGκonsπquπnκπsGinGhighG
πnπrgyGzYV†tOXXXPGsκεttπringUGJournaliofiChemicaliPhysicsSG1992SGdbSGZcYXTZcZW 3.9 24

117
’πεκtivπGsκεttπringGoσGsYGσromGnuOXWWPeGsixTμimπnsionεlGquεntumGμynεmiκsGrπsultsGσorGrπεκtionGεnμG
sκεttπringGoηtεinπμGwithGεGnπwSGεκκurεtπlyGσittπμGpotπntiεlTπnπrgyGsurσεκπUGJournaliofiChemicali
PhysicsSG2004SGXYXSGXXZbdTcb

3.9 23

116 mεsisTsπtGπσσπκtsGinGthπGquεntumTmπκhεniκεlGμπsκriptionGoσGtrεnsitionTmπtεlGκomplπxπsUGJournaliofi
MoleculariStructureSG1980SGaZSGXWdTXYW 3.4 23

115 sεrtrππTqoκkT“lεtπrGκεlκulεtionsGonGthπGκhεrgπGμistriηutionGεnμGligεnμGXsGηinμingGπnπrgyGshiσtsGinG
κεrηonylGκomplπxπsUGJournaliofiElectroniSpectroscopyiandiRelatediPhenomenaSG1975SGbSGadTb[ 1.7 23

114 †rπκisionGoσGtotεlGπnπrgyGεnμGorηitεlGπnπrgiπsGwithGthπGπxpεnsionGmπthoμGσorGthπGoptimizπμG
πσσπκtivπGvohnâ��“hεmGpotπntiεlUGComputationaliandiTheoreticaliChemistrySG2006SGbaYSGXdZTXdd 22

113 znGthπGoptimεlGmixingGoσGthπGπxκhεngπGπnπrgyGεnμGthπGπlπκtronTπlπκtronGintπrεκtionGpεrtGoσGthπG
πxκhεngπTκorrπlεtionGπnπrgyUGInternationaliJournaliofiQuantumiChemistrySG1996SGaWSGXZb]TXZc[ 2.1 22

112
ˇ� â�� ˇ�QGplπκtroniκG”rεnsitionGoσGthπGoiTGεnμG”rinuκlπεrGnomplπxπsG’uOpPOpâ��POnzPYOi†rTolmPeGG’πsonεnκπG
’εmεnSGplπκtroniκGlηsorptionSGpmissionSGεnμGoπnsityGqunκtionεlG“tuμyGOpGhGxπSG“n†hZSGxOnzP]fGpâ��GhG
xOnzP]fGxGhGxnSG’πfGi†rTolmGhGySyâ��ToiisopropylTXS[TμiεzεTXSZTηutεμiπnπPUGOrganometallicsSG1997SG
XaSGYW]]TYWaY

3.8 21

111 tnσluπnκπGoσGthπGnoppπrGnoorμinεtionGrπomπtryGonGthπGoylGnlπεvεgπGlκtivityGoσGnlipT†hπnG
nomplπxπsG“tuμiπμGηyGoq”UGEuropeaniJournaliofiInorganiciChemistrySG2008SGYWWcSGaXYTaXd 2.3 21

110 lGsimplπGnεturεlGorηitεlGmπκhεnismGoσGIpurπIGvεnGμπrG εεlsGintπrεκtionGinGthπGlowπstGπxκitπμGtriplπtG
stεtπGoσGthπGhyμrogπnGmolπκulπUGJournaliofiChemicaliPhysicsSG2006SGXY[SGW][XX] 3.9 21

109 “”zGεnμGr”zGσiπlμTinμuκπμGpolεrizεtionGσunκtionsGσorGsGtoGvrUGJournaliofiComputationaliChemistrySG
2003SGY[SGX]cYTdX 3.5 21

108 lGκompεrεtivπGstuμyGoσGlrVlgOXXXPGpotπntiεlsUGJournaliofiChemicaliPhysicsSG1994SGXWXSGdX]]TdXaZ 3.9 21

107 “truκturεlSGspπκtrosκopiκGεnμGthπorπtiκεlGstuμiπsGoσGnovπlGμaG
σεκTηromotriκεrηonylOμithiooxεmiμπPrhπniumGκomplπxπsUGInorganiciChemistrySG1989SGYcSG[XW[T[XXZ 5.1 21

106 yεturεlGπnπrgyGorηitεlsGεnμGthπGonπTpεrtiκlπGrrππnNsGσunκtionUGInternationaliJournaliofiQuantumi
ChemistrySG1988SGZ[SGYcdTZWW 2.1 21

105 lGκorrπlεtionGpotπntiεlGσorGmolπκulεrGsystπmsGσromGthπGsinglπGpεrtiκlπGrrππnâ��sGσunκtionUGJournaliofi
ChemicaliPhysicsSG1988SGcdSGZaZcTZa]Z 3.9 21

104 sεrtrππâ��σoκkâ��slεtπrTwnlzGκεlκulεtionsGonG−qπ[“[O“sP[]WSGYâ��SZâ��eGεGmoμπlGσorGthπG[TqπGεκtivπGsitπG
inGhighGpotπntiεlGironGprotπinGεnμGσπrrπμoxinUGChemicaliPhysicsSG1980SG[aSGXZZTX[c 2.3 21

103 ’otεtionεlGπσσπκtsGinGthπGμissoκiεtivπGεμsorptionGoσGsYGonGthπG†tYXXGstπppπμGsurσεκπUGJournaliofi
ChemicaliPhysicsSG2005SGXYZSGXa[bWY 3.9 20
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102 pσσπκtGoσG†εuliGrπpulsionGonGthπGmolπκulεrGπxκhεngπTκorrπlεtionGvohnT“hεmGpotπntiεleGlG
κompεrεtivπGκεlκulεtionGoσGyπYGεnμGyYUGPhysicaliReviewiASG1998SG]bSGZ[]WTZ[]b 2.6 20

101 nhεrgπGpσσπκtsGonGthπG’πεκtivityGoσGzxoironOt—PG†orphyrinG“pπκiπseGlGoq”GlnεlysisGoσGxπthεnπG
syμroxylεtionGηyG†olyκεtioniκGnompounμGtGεnμGnompounμGttGximiκsUGACSiCatalysisSG2016SGaSG]acT]bd 13.1 20

100 znGthπGoriginGμπpπnμπnκπGoσGthπGεnglπGmεμπGηyGthπGπlπκtriκGεnμGmεgnπtiκGviηrεtionεlGtrεnsitionG
μipolπGmomπntGvπκtorsUGPhysicaliChemistryiChemicaliPhysicsSG2011SGXZSGXaXYaTd 3.6 19

99
“tronglyGyuκlπophiliκG’htGnπntrπGinG“quεrπT†lεnεrGnomplπxπsGwithG”πrμπntεtπGO˛”ZPG
YSYjeajSYjjT”πrpyriμinπGwigεnμseGnrystεllogrεphiκSGplπκtroκhπmiκεlGεnμGoπnsityGqunκtionεlG
”hπorπtiκεlG“tuμiπsUGEuropeaniJournaliofiInorganiciChemistrySG2004SGYWW[SGXab]TXaca

2.3 19

98 oissoκiεtivπGεμsorptionGoσGsYGonGnuOXWWPeGqixπμTsitπGκεlκulεtionsGσorGimpεκtGεtGhollowGεnμGtopGsitπsUG
JournaliofiChemicaliPhysicsSG1998SGXWcSGadWaTadX] 3.9 19

97 ”hπGμOWPSGμOXPGεnμGμOYPGnonσigurεtionsGinGvnownGεnμG–nknownG”πtrεthiomπtεlGnompounμsG
x“O[POnPOPOTPGOxGhGxoSG”κSG’ufG SG’πSGzsPUGlG‘uεntumGnhπmiκεlG“tuμyUGInorganiciChemistrySG1999SGZcSGaXWXTaXW]5.1 19

96 monμingGinGthπGgrounμGstεtπGεnμGπxκitπμGstεtπsGoσGκoppπrTεlkπnπGκomplπxπsUGJournaliofi
OrganometalliciChemistrySG1987SGZZXSGZdbT[Wb 2.3 19

95 oπnsityGσunκtionεlGεpproximεtionsGσorGorηitεlGπnπrgiπsGεnμGtotεlGπnπrgiπsGoσGmolπκulπsGεnμGsoliμsUG
JournaliofiChemicaliPhysicsSG2018SGX[dSGW][XW] 3.9 18

94
”hπGimportεnκπGoσGlεrgπTεmplituμπGmotionsGσorGthπGintπrprπtεtionGoσGmiμTinσrεrπμGviηrεtionεlG
εηsorptionGεnμGκirκulεrGμiκhroismGspπκtrεeGaSaNTμiηromoT−XSXNTηinεphthεlπnπ]TYSYNTμiolGinGμimπthylG
sulσoxiμπUGJournaliofiPhysicaliChemistryiASG2014SGXXcSG[baaTbb

2.8 18

93 oissoκiεtivπGεμsorptionGoσGsYGonGnuOXWWPeGlGσourTμimπnsionεlGstuμyGoσGthπGπσσπκtGoσGrotεtionεlG
motionGonGthπGrπεκtionGμynεmiκsUGJournaliofiChemicaliPhysicsSG1997SGXWaSG[Y[cT[Y]d 3.9 18

92 zxygπnGεμsorptionGonGlgOXXWPeGμπnsityGσunκtionεlGthπoryGηεnμGstruκturπGκεlκulεtionsGεnμGμynεmiκεlG
simulεtionsUGSurfaceiScienceSG1999SG[[ZSGXTXY 1.8 18

91
oπnsityGqunκtionεlG“tuμyGoσGxεgnπtiκGnouplingG†εrεmπtπrseGGqGεnμGsGsypπrσinπG“plittingGnonstεntsG
σorGthπG†rototypπGtnorgεniκGOμXPGεnμGzrgεniκGOpXPG’εμiκεlsG”iqZGεnμGnsZUGJournaliofiPhysicali
ChemistryiASG1999SGXWZSGZbZYTZb[[

2.8 18

90 ”hπorπtiκεlGstuμyGoσGthπGnεturπGoσGthπGηonμingGinGzirκoniumGεnμGtitεniumGκomplπxπsG
−npYxOUmuUTXP]YSGwhπrπGxGhGZrGOXGhGtSG†sYSGεnμGysPGεnμGxGhG”iGOXGhGnlPUGOrganometallicsSG1993SGXYSGYbd[TYcW]3.8 18

89 zrηitεlGloκεlizεtionGinGtrεnsitionGmπtεlGmolπκulπsUGTheoreticaiChimicaiActaSG1991SGbdSGZcdT[WX 18

88 nompεrisonGoσGnhεrgπGoπnsitiπsGεnμG†sπuμoGnhεrgπGoπnsitiπsGσorG“iYUGPhysicaliReviewiLettersSG1978SG
[XSGXdbTYWW 7.4 18

87 lsymptotiκGηπhεviourGoσGthπGπlπκtronGμπnsityGεnμGthπGvohnâ��“hεmGpotπntiεlGinGκεsπGoσGεGvohnâ��“hεmG
szxzGnoμεlGplεnπUGMoleculariPhysicsSG2016SGXX[SGXWcaTXWdb 1.7 17

86 zsκillεtorGstrπngthsGoσGπlπκtroniκGπxκitεtionsGwithGrπsponsπGthπoryGusingGphεsπGinκluμingGnεturεlG
orηitεlGσunκtionεlsUGJournaliofiChemicaliPhysicsSG2013SGXZcSGWd[XX[ 3.9 17

85 “ixTμimπnsionεlGquεntumGμynεmiκsGoσGμissoκiεtionGoσGrotεtionεllyGπxκitπμGsYGonGnuOXWWPUGFaradayi
DiscussionsSG1998SGXXWSGYabTYc] 3.6 17
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84 nouplπμTpπrturηπμGμπnsityTmεtrixGσunκtionεlGthπoryGπquεtionsUGlppliκεtionGtoGstεtiκG
polεrizεηilitiπsUGJournaliofiChemicaliPhysicsSG2006SGXY[SGX[XWY 3.9 17

83
—εriεtionεlGκollεpsπGoσGthπGoptimizπμGπσσπκtivπGpotπntiεlGmπthoμGwithGεnGorηitεlTμπpπnμπntG
πxκhεngπTκorrπlεtionGσunκtionεlGηεsπμGonGsπκonμGorμπrGpπrturηεtionGthπoryUGChemicaliPhysicsi
LettersSG2006SG[ZYSGZZaTZ[Y

2.5 17

82 lGthπorπtiκεlGstuμyGoσGoxygπnGεμsorptionGonGrπOWWXPUGSurfaceiScienceSG1994SGZXXSGXYaTXZc 1.8 17

81 nhεrgπGμπnsityGstuμyGwithGthπGxεximumGpntropyGxπthoμGonGmoμπlGμεtεGoσGsiliκonUGlGsπεrκhGσorG
nonTnuκlπεrGεttrεκtorsUGCanadianiJournaliofiChemistrySG1996SGb[SGXW][TXW]c 0.9 16

80 ”hπGκhπmisorptionGoσGhyμrogπnGonGnuOXXXPeGlGμynεmiκεlGstuμyUGInternationaliJournaliofiQuantumi
ChemistrySG1994SG]YSGXWabTXWcW 2.1 16

79 xultiTstπpGproκπssπsGinGgεsTphεsπGrπεκtionsGoσGhεlomπthylGεnionsGXnsYâ��GOXGhGnlSmrPGwithGnsZXGεnμG
ysZUGJournaliofiPhysicaliOrganiciChemistrySG1992SG]SGXbdTXdW 2.1 16

78 wightTinμuκπμGwεtπrGsplittingGηyGtitεniumTtπtrεhyμroxiμπeGεGκomputεtionεlGstuμyUGPhysicaliChemistryi
ChemicaliPhysicsSG2015SGXbSGYWZWcTYX 3.6 15

77 “truκturπGoσGthπGoptimizπμGπσσπκtivπGvohnâ��“hεmGπxκhεngπGpotπntiεlGεnμGitsGgrεμiπntG
εpproximεtionsUGInternationaliJournaliofiQuantumiChemistrySG1996SG]bSGXbTZZ 2.1 15

76
lGnπwGmoμπlGσorGthπGεgonistiκGηinμingGsitπGonGthπGhistεminπGsYTrπκπptoreGthπGκεtεlytiκGtriεμGinG
sπrinπGprotπεsπsGεsGεGmoμπlGσorGthπGηinμingGsitπGoσGhistεminπGsYTrπκπptorGεgonistsUGJournaliofi
MoleculariGraphicsSG1994SGXYSGY[YT]a

15

75 “olvingGthπGoirεκGπquεtionSGusingGthπGlεrgπGκomponπntGonlySGinGεGoirεκTtypπG“lεtπrGorηitεlGηεsisGsπtUG
ChemicaliPhysicsiLettersSG1995SGYZaSGYZ]TY[X 2.5 15

74 sεrtrππâ��qoκkGεnμGsεrtrππâ��qoκkâ��“lεtπrGπlπκtriκGσiπlμGgrεμiπntsGOsYSGns[PGεnμGthπirGsymmπtryGmoμπG
μπrivεtivπsGOns[PUGJournaliofiChemicaliPhysicsSG1983SGbdSGYdbWTYdb[ 3.9 15

73
lGnonTuvwGμπnsityGmεtrixGσunκtionεlGσorGintπrgπminεlGκorrπlεtionGηπtwππnGκlosπμTshπllGgπminεlsG
σromGεnεlysisGoσGnεturεlGorηitεlGκonσigurεtionGintπrεκtionGπxpεnsionsUGJournaliofiChemicaliPhysicsSG
2018SGX[cSGXW[XWY

3.9 14

72 pxκitεtionGπnπrgiπsGwithGlinπεrGrπsponsπGμπnsityGmεtrixGσunκtionεlGthπoryGεlongGthπGμissoκiεtionG
κoorμinεtπGoσGεnGπlπκtronTpεirGηonμGinGyTπlπκtronGsystπmsUGJournaliofiChemicaliPhysicsSG2014SGX[WSGWY[XWX3.9 14

71
lGnεturεlGorηitεlGεnεlysisGoσGthπGlongGrεngπGηπhεviorGoσGκhπmiκεlGηonμingGεnμGvεnGμπrG εεlsG
intπrεκtionGinGsinglπtGsYeGthπGissuπGoσGzπroGnεturεlGorηitεlGoκκupεtionGnumηπrsUGJournaliofiChemicali
PhysicsSG2013SGXZcSGXa[XW]

3.9 14

70
xπtεlTtoTwigεnμGnhεrgπG”rεnsσπrG†hotoκhπmistrye´ GsomolysisGoσGthπGxnâ��nlGmonμGinG
thπmπrTxnOnlPOnzPZO˛–TμiiminπPGnomplπxGεnμGttsGlηsπnκπGinGthπσεκTtsomπrUGInorganiciChemistrySG
1998SGZbSGaY[[TaY][

5.1 14

69 lGstuμyGonGthπG“iOXXXPTâ��ZGˆ�Gâ��ZTlgGsystπmGttUGtntπrεκtionGηπtwππnGsuηstrεtπGεnμGεμsorηεtπUGSurfacei
ScienceSG1995SGZZWSGXXZTXY] 1.8 14

68 somolytiκGvπrsusGhπtπrolytiκGμissoκiεtionGoσGεlkεlimπtεlGhεliμπseGthπGπσσπκtGoσGmiκrosolvεtionUG
ChemPhysChemSG2009SGXWSGYd]]Ta] 3.2 13

67 norrπκtGμissoκiεtionGlimitGσorGthπGπxκhεngπTκorrπlεtionGπnπrgyGεnμGpotπntiεlUGInternationaliJournali
ofiQuantumiChemistrySG2006SGXWaSGZXabTZXbb 2.1 13
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66
plπκtroniκG“truκturπSGsπisπnηπrgGnouplingGnonstεntsSGεnμGxπtεlâ��xπtεlGmonμGinGoimπriκGtronOttPG
zrgεnomπtεlliκsGwithGthπGxπtεlGnπntπrsGεtG—εriεηlπGoistεnκπseGGlGoπnsityGqunκtionεlGlpproεκhUG
InorganiciChemistrySG1996SGZ]SGbbbaTbbc]

5.1 13

65
tsolεtπμGπxκitπμGπlπκtroniκGstεtπsGinGthπGunimolπκulεrGgεsTphεsπGionGμissoκiεtionGproκπssπsGoσGthπG
rεμiκεlGκεtionsGoσGisoκyεnogπnGεnμGκyεnogπnUGInternationaliJournaliofiMassiSpectrometryiandiIoni
ProcessesSG1991SGXWZSGX]bTXac

13

64 —εlπnκπGπlπκtronGmomπntumGμistriηutionsGinGhπxεκεrηonylκhromiumGσromGOπSYπPGspπκtrosκopyGεnμG
“nqTxzGκεlκulεtionsUGInorganiciChemistrySG1985SGY[SGcbbTccY 5.1 13

63 lnεlysisGoσGˇ�TmonμingSGˇ�TOqoεκkPmonμingGεnμGthπG“ynπrgiκGpσσπκtGinGnrOnzPaUGnompεrisonGoσG
sεrtrππTqoκkGεnμGX˛–G’πsultsGσorGxπtεlTnzGmonμingG1986SGX]dTXbb 13

62 znGthπGπquivεlπnκπGoσGκonσormεtionεlGεnμGπnεntiomπriκGκhεngπsGoσGεtomiκGκonσigurεtionGσorG
viηrεtionεlGκirκulεrGμiκhroismGsignsUGJournaliofiPhysicaliChemistryiASG2012SGXXaSGZ[][Ta[ 2.8 12

61
lnGεηiotiκGεnεloguπGoσGthπGμiironOt—PoxoGIμiεmonμGκorπIGoσGsoluηlπGmπthεnπGmonooxygπnεsπG
gπnπrεtπμGηyGμirπκtGεκtivεtionGoσGzYGinGεquπousGqπOttPVpo”lGsolutionseGthπrmoμynεmiκsGεnμG
πlπκtroniκGstruκturπUGPhysicaliChemistryiChemicaliPhysicsSG2011SGXZSGX]YbYTcY

3.6 12

60 ’olπGoσGthπGqπrmiGsurσεκπGinGεμsorηεtπTmπtεlGintπrεκtionseGεnGπnπrgyGμπκompositionGεnεlysisUG
JournaliofiPhysicaliChemistryiBSG2006SGXXWSGXY[bWTd 3.4 12

59 sYzGphotoμissoκiεtionGμynεmiκsGηεsπμGonGpotπntiεlGπnπrgyGsurσεκπsGσromGμπnsityGσunκtionεlG
κεlκulεtionsUGJournaliofiChemicaliPhysicsSG1995SGXWZSGY]ZcTY][b 3.9 12

58 lGstuμyGonGthπGsystπmUGSurfaceiScienceSG1994SGZW[SGXYTYZ 1.8 12

57 plπκtronGmomπntumGμπnsityGμistriηutionGinGhomonuκlπεrGμiεtomiκGmolπκulπsUGChemicaliPhysicsSG
1984SGcbSGYaZTYbY 2.3 12

56 ”hπGinσluπnκπGoσGmolπκulεrGrotεtionGonGthπGμirπκtGsuηsurσεκπGεηsorptionGoσGsYGonG†μOXXXPUGJournali
ofiChemicaliPhysicsSG1998SGXWdSGY[]WTY[]d 3.9 11

55 “ymmπtriκGyumπriκεlGtntπgrεtionGqormulεsGσorG’πgulεrG†olygonsUGSIAMiJournalioniNumericali
AnalysisSG1990SGYbSGXdcTYXc 2.4 11

54 ”hπGκεlκulεtionGoσGintπrεκtionGπnπrgiπsGusingGthπGpsπuμopotπntiεlGsεrtrππâ��qoκkâ��“lεtπrâ��wnlzG
mπthoμUGJournaliofiChemicaliPhysicsSG1984SGcXSGca]Tcb] 3.9 11

53 “olvπntGinμuκπμGπnhεnκπmπntGoσGπnεntiomπriκGπxκπsseGεGκεsπGstuμyGoσGthπGsπnryGrπεκtionGwithG
κinκhonεGthiourπεGεsGthπGκεtεlystUGPhysicaliChemistryiChemicaliPhysicsSG2014SGXaSGbZX]TYZ 3.6 10

52 noorμinεtivπGmπhεviorGoσGthπGnynyGwigεnμUGpxpπrimπntεlGεnμGoπnsityGqunκtionεlG“tuμyGoσG
“pπκtrosκopiκG†ropπrtiπsGεnμGmonμingGinGthπGnrOnzP]nynyGnomplπxUGOrganometallicsSG1997SGXaSGYY][TYYaY3.8 10

51 ”hπGurεnylGionGrπvisitπμeGthπGπlπκtriκGσiπlμGgrεμiπntGεtG–GεsGεGproηπGoσGπnvironmπntεlGπσσπκtsUG
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