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l Paper IF Citations

307 nΠvΠlopmΠntFoΣFdΠnsπtyFΣunctπon−lsFΣorFtηΠrmocηΠmπc−lFkπnΠtπcsTFJournalhofhChemicalhPhysicsRF2004RF
WXWRFYZV[SW] 3.9 1213

306 morrΠl−tπonFconsπstΠntFv−lΠncΠFb−sπsFsΠtsFΣorFusΠFwπtηFtηΠF‘tuttα−rtâ��nrΠsdΠnâ��lonnFrΠl−tπvπstπcF
ΠΣΣΠctπvΠFcorΠFpotΠntπ−lsdF’ηΠF−tomsFq−â��urF−ndFsnâ��–ΠTFJournalhofhChemicalhPhysicsRF2001RFWWZRFYZVbSYZXV 3.9 1139

305 ’ow−rdsFst−nd−rdFmΠtηodsFΣorFbΠncηm−rkFqu−lπtyF−bFπnπtπoFtηΠrmocηΠmπstryâ��•WF−ndF•XFtηΠoryTF
JournalhofhChemicalhPhysicsRF1999RFWWWRFWbZYSWb[] 3.9 852

304 kbFπnπtπoFtot−lF−tomπz−tπonFΠnΠrαπΠsFoΣFsm−llFmolΠculΠsFâ��Ftow−rdsFtηΠFb−sπsFsΠtFlπmπtTFChemicalh
PhysicshLettersRF1996RFX[cRF]]cS]ab 2.5 620

303
rπαηlyF−ccur−tΠFΣπrstSprπncπplΠsFbΠncηm−rkFd−t−FsΠtsFΣorFtηΠFp−r−mΠtrπz−tπonF−ndFv−lπd−tπonFoΣF
dΠnsπtyFΣunctπon−lF−ndFotηΠrF−pproxπm−tΠFmΠtηodsTFnΠrπv−tπonFoΣF−FrobustRFαΠnΠr−llyF−pplπc−blΠRF
doublΠSηybrπdFΣunctπon−lFΣorFtηΠrmocηΠmπstryF−ndFtηΠrmocηΠmπc−lFkπnΠtπcsTFJournalhofhPhysicalh
ChemistryhARF2008RFWWXRFWXb]bSb]

2.8 578

302 •ZFtηΠoryFΣorFcomput−tπon−lFtηΠrmocηΠmπstrydFsnFpursuπtFoΣFconΣπdΠntFsubSktUmolFprΠdπctπonsTF
JournalhofhChemicalhPhysicsRF2006RFWX[RFWZZWVb 3.9 561

301 •YFtηΠorydFrobustFcomput−tπon−lFtηΠrmocηΠmπstryFπnFtηΠFktUmolF−ccur−cyFr−nαΠTFJournalhofh
ChemicalhPhysicsRF2004RFWXVRFZWXcSZW 3.9 401

300 kssΠssmΠntFoΣF•WF−ndF•XFtηΠorπΠsFΣorFtηΠFcomput−tπonFoΣFΠlΠctronF−ΣΣπnπtπΠsRFπonπz−tπonFpotΠntπ−lsRF
ηΠ−tsFoΣFΣorm−tπonRF−ndFprotonF−ΣΣπnπtπΠsTFJournalhofhChemicalhPhysicsRF2001RFWWZRF]VWZS]VXc 3.9 400

299 oxplorπnαFtηΠFkccur−cyFvπmπtsFoΣFvoc−lFz−πrFx−tur−lFyrbπt−lFmouplΠdSmlustΠrF’ηΠoryTFJournalhofh
ChemicalhTheoryhandhComputationRF2015RFWWRFW[X[SYc 6.4 389

298 r−loαΠnFlondsdFlΠncηm−rksF−ndF’ηΠorΠtπc−lFkn−lysπsTFJournalhofhChemicalhTheoryhandhComputationRF
2013RFcRFWcWbSYW 6.4 357

297 ’ηΠF−nη−rmonπcFΣorcΠFΣπΠldFoΣFΠtηylΠnΠRFmXrZRFbyFmΠ−nsFoΣF−ccur−tΠF−bFπnπtπoFc−lcul−tπonsTFJournalh
ofhChemicalhPhysicsRF1995RFWVYRFX[bcSX]VX 3.9 338

296 mommΠntFondFâ��ostπm−tπnαFtηΠFr−rtrΠΠâ��pockFlπmπtFΣromFΣπnπtΠFb−sπsFsΠtFc−lcul−tπonsâ��F[tΠnsΠnFpFNXVV[OF
’ηΠorFmηΠmFkccFWWYdX]a×TFTheoreticalhChemistryhAccountsRF2006RFWW[RFYYVSYYY 1.9 318

295
prΠquΠncyF−ndFzΠroSpoπntFvπbr−tπon−lFΠnΠrαyFsc−lΠFΣ−ctorsFΣorFdoublΠSηybrπdFdΠnsπtyFΣunctπon−lsF
N−ndFotηΠrFsΠlΠctΠdFmΠtηodsOdFc−nF−nη−rmonπcFΣorcΠFΣπΠldsFbΠF−voπdΠdiTFJournalhofhPhysicalh
ChemistryhARF2015RFWWcRFWaVWSWZ

2.8 315

294 n‘nSzlozb]dFπnFsΠ−rcηFoΣFtηΠFbΠstFdoublΠSηybrπdFnp’FwπtηFspπnScomponΠntFsc−lΠdFwzXF−ndF
dπspΠrsπonFcorrΠctπonsTFPhysicalhChemistryhChemicalhPhysicsRF2011RFWYRFXVWVZSa 3.6 304

293 •ZSWWdFkFηπαηSconΣπdΠncΠFbΠncηm−rkFd−t−sΠtFΣorFcomput−tπon−lFtηΠrmocηΠmπstryFdΠrπvΠdFΣromF
ΣπrstSprπncπplΠsF•ZFd−t−TFChemicalhPhysicshLettersRF2011RF[WVRFW][SWab 2.5 285

292 â��’urnπnαFyvΠrâ��FnΠΣπnπtπonsFπnFm−t−lytπcFmyclΠsTFACShCatalysisRF2012RFXRFXabaSXacZ 13.1 282

291 s“zkmFmrπtπc−lFov−lu−tπonFoΣF’ηΠrmocηΠmπc−lFzropΠrtπΠsFoΣF‘ΠlΠctΠdF‡−dπc−lsTFz−rtFsTFJournalhofh
PhysicalhandhChemicalhReferencehDataRF2005RFYZRF[aYS][] 4.3 275
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290 n‘nSlv—zdFkFqΠnΠr−lFzurposΠFnoublΠFrybrπdFnΠnsπtyFpunctπon−lFsncludπnαF‘pπnFmomponΠntF‘c−lπnαF
−ndFnπspΠrsπonFmorrΠctπonâ� TFJournalhofhPhysicalhChemistryhCRF2010RFWWZRFXVbVWSXVbVb 3.8 261

289 knF−ccur−tΠF−bFπnπtπoFqu−rtπcFΣorcΠFΣπΠldF−ndFvπbr−tπon−lFΣrΠquΠncπΠsFΣorFmrZF−ndFπsotopomΠrsTF
JournalhofhChemicalhPhysicsRF1995RFWVXRFX[ZSX]W 3.9 201

288 ‘pπnScomponΠntSsc−lΠdFdoublΠFηybrπdsdFknFΠxtΠnsπvΠFsΠ−rcηFΣorFtηΠFbΠstFΣπΣtηSrunαFΣunctπon−lsF
blΠndπnαFnp’F−ndFpΠrturb−tπonFtηΠoryTFJournalhofhComputationalhChemistryRF2013RFYZRFXYXaSZZ 3.5 200

287 l−sπsFsΠtFconvΠrαΠncΠFΣorFαΠomΠtryF−ndFη−rmonπcFΣrΠquΠncπΠsTFkrΠFηFΣunctπonsFΠnouαηiTFChemicalh
PhysicshLettersRF1994RFXX[RFZaYSZac 2.5 197

286 noublΠSηybrπdFΣunctπon−lsFΣorFtηΠrmocηΠmπc−lFkπnΠtπcsTFJournalhofhPhysicalhChemistryhARF2008RFWWXRFYSb 2.8 194

285 lΠncηm−rkFstudyFoΣFnp’FΣunctπon−lsFΣorFl−tΠStr−nsπtπonSmΠt−lFrΠ−ctπonsTFJournalhofhPhysicalh
ChemistryhARF2006RFWWVRFaVcSW] 2.8 193

284 lΠncηm−rkF−bFsnπtπoFonΠrαyFzroΣπlΠsFΣorFtηΠFq−sSzη−sΠF‘xXF‡Π−ctπonsF—SFQFmrY–FShFmrY—FQF–SFN–R—FgF
pRmlRlrOTF”−lπd−tπonFoΣFrybrπdFnp’FwΠtηodsTFJournalhofhPhysicalhChemistryhARF2001RFWV[RFbc[ScVZ 2.8 185

283 “nrΠstrπctΠdFmouplΠdFmlustΠrF−ndFlruΠcknΠrFnoublΠsF”−rπ−tπonsFoΣF•WF’ηΠoryTFJournalhofhChemicalh
TheoryhandhComputationRF2009RF[RFX]baScY 6.4 184

282 oxplπcπtlyFcorrΠl−tΠdF•nFtηΠorydF•WSpWXF−ndF•XSpWXTFJournalhofhChemicalhPhysicsRF2012RFWY]RFWXZWWZ 3.9 176

281 ovπdΠncΠFΣorF−FtΠrmπn−lFztNπvOSoxoFcomplΠxFΠxηπbπtπnαFdπvΠrsΠFrΠ−ctπvπtyTFNatureRF2008RFZ[[RFWVcYSWVc] 50.4 176

280 ‘tructurΠF−ndFvπbr−tπon−lFspΠctr−FoΣFc−rbonFclustΠrsFmnFNnFgFXâ��WVRFWXRFWZRFW]RFWbOFusπnαFdΠnsπtyF
Σunctπon−lFtηΠoryFπncludπnαFΠx−ctFΠxcη−nαΠFcontrπbutπonsTFChemicalhPhysicshLettersRF1995RFXZXRF[aVS[ac 2.5 174

279 l−sπsFsΠtFconvΠrαΠncΠFπnFsΠcondSrowFcompoundsTF’ηΠFπmport−ncΠFoΣFcorΠFpol−rπz−tπonFΣunctπonsTF
ChemicalhPhysicshLettersRF1998RFXbXRFW]SXZ 2.5 173

278 ynFtηΠFpΠrΣorm−ncΠFoΣFdΠnsπtyFΣunctπon−lFmΠtηodsFΣorFdΠscrπbπnαF−tomπcFpopul−tπonsRFdπpolΠF
momΠntsF−ndFπnΣr−rΠdFπntΠnsπtπΠsTFChemicalhPhysicshLettersRF1996RFX[VRFYcYSZVW 2.5 170

277 ’ηΠF−tomπz−tπonFΠnΠrαyF−ndFprotonF−ΣΣπnπtyFoΣFxrYTFknF−bFπnπtπoFc−lπbr−tπonFstudyTFChemicalhPhysicsh
LettersRF1996RFX[bRFWY]SWZY 2.5 169

276 l−sπsFsΠtFconvΠrαΠncΠFstudyFoΣFtηΠF−tomπz−tπonFΠnΠrαyRFαΠomΠtryRF−ndF−nη−rmonπcFΣorcΠFΣπΠldFoΣF
‘yXdF’ηΠFπmport−ncΠFoΣFπnnΠrFpol−rπz−tπonFΣunctπonsTFJournalhofhChemicalhPhysicsRF1998RFWVbRFXacWSXbVV 3.9 161

275 ’ηΠFrolΠFoΣFtηΠFb−sπsFsΠtdFkssΠssπnαFdΠnsπtyFΣunctπon−lFtηΠoryTFJournalhofhChemicalhPhysicsRF2003RF
WWcRFYVV[SYVWZ 3.9 159

274 l−sπsFsΠtFconvΠrαΠncΠF−ndFpΠrΣorm−ncΠFoΣFdΠnsπtyFΣunctπon−lFtηΠoryFπncludπnαFΠx−ctFΠxcη−nαΠF
contrπbutπonsFΣorFαΠomΠtrπΠsF−ndFη−rmonπcFΣrΠquΠncπΠsTFMolecularhPhysicsRF1995RFb]RFWZYaSWZ[V 1.7 156

273 porm−tπonFoΣF˛•XFmâ��rFkαostπcF‡ηodπumFkrΠnΠFmomplΠxΠsF−ndF’ηΠπrF‡ΠlΠv−ncΠFtoFolΠctropηπlπcFlondF
kctπv−tπonTFJournalhofhthehAmericanhChemicalhSocietyRF1998RFWXVRFWX[YcSWX[ZZ 16.4 153
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272 momput−tπon−lFstudyFoΣF−FnΠwFηΠckFrΠ−ctπonFmΠcη−nπsmFc−t−lyzΠdFbyFp−ll−dπumNssUs”OFspΠcπΠsTF
ChemistryhwhAhEuropeanhJournalRF2001RFaRFWaVYSWW 4.8 149

271 ”πbr−tπon−lF‘pΠctr−FoΣFtηΠFkz−bΠnzΠnΠsF‡ΠvπsπtΠdd´ Fknη−rmonπcFporcΠFpπΠldsâ� TFJournalhofhPhysicalh
ChemistryhARF2004RFWVbRFYVb[SYVc] 2.8 145

270 promF−bFπnπtπoFqu−ntumFcηΠmπstryFtoFmolΠcul−rFdyn−mπcsdF’ηΠFdΠlπc−tΠFc−sΠFoΣFηydroαΠnFbondπnαFπnF
−mmonπ−TFJournalhofhChemicalhPhysicsRF2003RFWWcRF[c][S[cbV 3.9 145

269 ‘tructurΠF−ndF”πbr−tπonsFoΣF‘m−llFm−rbonFmlustΠrsFΣromFmouplΠdSmlustΠrFm−lcul−tπonsTFThehJournalh
ofhPhysicalhChemistryRF1996RFWVVRF]VZaS]V[] 145

268
‘tructurΠF−ndF”πbr−tπon−lF‘pΠctrumFoΣF‘omΠFzolycyclπcFkrom−tπcFmompoundsF‘tudπΠdFbyFnΠnsπtyF
punctπon−lF’ηΠoryTFWTFx−pηtη−lΠnΠRFkzulΠnΠRFzηΠn−ntηrΠnΠRF−ndFkntηr−cΠnΠâ� TFThehJournalhofh
PhysicalhChemistryRF1996RFWVVRFW[Y[bSW[Y]a

141

267 ’ηΠFαΠomΠtryRFvπbr−tπon−lFΣrΠquΠncπΠsRF−ndFtot−lF−tomπz−tπonFΠnΠrαyFoΣFΠtηylΠnΠTFkFc−lπbr−tπonF
studyTFChemicalhPhysicshLettersRF1996RFXZbRFYY]SYZZ 2.5 141

266 m−lcul−tπonFoΣFmolΠcul−rFΠlΠctrost−tπcFpotΠntπ−lsF−ndFpukuπFΣunctπonsFusπnαFdΠnsπtyFΣunctπon−lF
mΠtηodsTFChemicalhPhysicshLettersRF1996RFX[]RFZVVSZVb 2.5 136

265 zΠrΣorm−ncΠFoΣF−bFπnπtπoF−ndFdΠnsπtyFΣunctπon−lFmΠtηodsFΣorFconΣorm−tπon−lFΠquπlπbrπ−FoΣF
mNnOrNXnQXOF−lk−nΠFπsomΠrsFNnFgFZSbOTFJournalhofhPhysicalhChemistryhARF2009RFWWYRFWWcaZSbY 2.8 134

264 kFcomput−tπon−lFΣor−yFπntoFtηΠFΣorm−tπonF−ndFrΠ−ctπvπtyFoΣFmΠt−ll−bΠnzΠnΠsTFJournalhofhtheh
AmericanhChemicalhSocietyRF2004RFWX]RFWW]ccSaWV 16.4 131

263 lΠncηm−rkFqu−lπtyFtot−lF−tomπz−tπonFΠnΠrαπΠsFoΣFsm−llFpoly−tomπcFmolΠculΠsTFJournalhofhChemicalh
PhysicsRF1997RFWV]RFb]XVSb]XY 3.9 129

262 qdYQFcomplΠxΠsF−sFpotΠntπ−lFspπnFl−bΠlsFΣorFηπαηFΣπΠldFpulsΠdFoz‡Fdπst−ncΠFmΠ−surΠmΠntsTFJournalh
ofhthehAmericanhChemicalhSocietyRF2007RFWXcRFWZWYbSc 16.4 129

261
wπnπm−llyFompπrπc−lFnoublΠSrybrπdFpunctπon−lsF’r−πnΠdF−α−πnstFtηΠFqw’ux[[Fn−t−b−sΠdF
rΠvn‘nSzlozb]SnZRFrΠvnynSzloSnZRF−ndFnynS‘mkxSnZTFJournalhofhPhysicalhChemistryhARF2019RF
WXYRF[WXcS[WZY

2.8 128

260 ’ηΠF‘]]xbFbΠncηm−rkFΣorFnoncov−lΠntFπntΠr−ctπonsFrΠvπsπtΠddFΠxplπcπtlyFcorrΠl−tΠdF−bFπnπtπoFmΠtηodsF
−ndFdΠnsπtyFΣunctπon−lFtηΠoryTFPhysicalhChemistryhChemicalhPhysicsRF2016RFWbRFXVcV[SX[ 3.6 127

259 l−sπsFsΠtFconvΠrαΠncΠFoΣFpostSmm‘nFcontrπbutπonsFtoFmolΠcul−rF−tomπz−tπonFΠnΠrαπΠsTFJournalhofh
ChemicalhPhysicsRF2007RFWXaRFV]ZWVZ 3.9 127

258 ynFtηΠFpΠrΣorm−ncΠFoΣFcorrΠl−tπonFconsπstΠntFb−sπsFsΠtsFΣorFtηΠFc−lcul−tπonFoΣFtot−lF−tomπz−tπonF
ΠnΠrαπΠsRFαΠomΠtrπΠsRF−ndFη−rmonπcFΣrΠquΠncπΠsTFJournalhofhChemicalhPhysicsRF1994RFWVVRFbWb]SbWcY 3.9 124

257 zηotocηΠmπc−lFrΠductπonFoΣFc−rbonFdπoxπdΠFc−t−lyzΠdFbyF−FrutηΠnπumSsubstπtutΠdFpolyoxomΠt−l−tΠTF
ChemistryhwhAhEuropeanhJournalRF2010RFW]RFWY[]S]Z 4.8 123

256 ynFtηΠFΠΣΣΠctFoΣFcorΠFcorrΠl−tπonFonFtηΠFαΠomΠtryF−ndFη−rmonπcFΣrΠquΠncπΠsFoΣFsm−llFpoly−tomπcF
molΠculΠsTFChemicalhPhysicshLettersRF1995RFXZXRFYZYSY[V 2.5 123

255 ’ηΠFmΠcη−nπsmFoΣF−lumπnumSc−t−lyzΠdFwΠΠrwΠπnS‘cηmπdtSzonndorΣS”ΠrlΠyFrΠductπonFoΣFc−rbonylsF
toF−lcoηolsTFJournalhofhthehAmericanhChemicalhSocietyRF2004RFWX]RFWZac]SbVY 16.4 120
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254 knF−ccur−tΠF−bFπnπtπoFqu−rtπcFΣorcΠFΣπΠldFΣorF−mmonπ−TFJournalhofhChemicalhPhysicsRF1992RFcaRFbY]WSbYaW 3.9 118

253 kFpurΠlyF−bFπnπtπoFspΠctroscopπcFqu−lπtyFqu−rtπcFΣorcΠFΣπΠldFΣorF−cΠtylΠnΠTFJournalhofhChemicalhPhysicsRF
1998RFWVbRF]a]S]cW 3.9 115

252 knFkccur−tΠF−bFsnπtπoF†u−rtπcFporcΠFpπΠldFΣorFporm−ldΠηydΠF−ndFstsFssotopomΠrsTFJournalhofh
MolecularhSpectroscopyRF1993RFW]VRFWV[SWW] 1.3 112

251 kbFπnπtπoFstudyFoΣFboronRFnπtroαΠnRF−ndFboronâ��nπtroαΠnFclustΠrsTFsTFssomΠrsF−ndFtηΠrmocηΠmπstryFoΣF
lYRFlXxRFlxXRF−ndFxYTFJournalhofhChemicalhPhysicsRF1989RFcVRF]Z]cS]Zb[ 3.9 112

250 mηπr−lπtySπnducΠdFspπnFpol−rπz−tπonFpl−cΠsFsymmΠtryFconstr−πntsFonFbπomolΠcul−rFπntΠr−ctπonsTF
ProceedingshofhthehNationalhAcademyhofhScienceshofhthehUnitedhStateshofhAmericaRF2017RFWWZRFXZaZSXZab 11.5 110

249
lΠncηm−rkFtηΠrmocηΠmπstryFoΣFtηΠFmNnOrNXnQXOF−lk−nΠFπsomΠrsFNnFgFXSbOF−ndFpΠrΣorm−ncΠFoΣFnp’F
−ndFcomposπtΠF−bFπnπtπoFmΠtηodsFΣorFdπspΠrsπonSdrπvΠnFπsomΠrπcFΠquπlπbrπ−TFJournalhofhPhysicalh
ChemistryhARF2009RFWWYRFbZYZSZa

2.8 110

248 ynFtηΠFπntΠαr−tπonF−ccur−cyFπnFmolΠcul−rFdΠnsπtyFΣunctπon−lFtηΠoryFc−lcul−tπonsFusπnαFq−ussπ−nFb−sπsF
sΠtsTFComputerhPhysicshCommunicationsRF2001RFWYYRFWbcSXVW 4.2 110

247 momp−rπsonFoΣFstΠrπcF−ndFΠlΠctronπcFrΠquπrΠmΠntsFΣorFmSmF−ndFmSrFbondF−ctπv−tπonTFmηΠl−tπnαFvsF
noncηΠl−tπnαFc−sΠTFJournalhofhthehAmericanhChemicalhSocietyRF2001RFWXYRFcV]ZSaa 16.4 108

246 •η−tFw−kΠsFΣorF−Fl−dFm−t−lytπcFmyclΠiFkF’ηΠorΠtπc−lF‘tudyFonFtηΠF‘uzukπâ��wπy−ur−F‡Π−ctπonFwπtηπnF
tηΠFonΠrαΠtπcF‘p−nFwodΠlTFACShCatalysisRF2011RFWRFXZ]SX[Y 13.1 106

245 ’ηΠF‘πl−bΠnzΠnΠsdFF‘tructurΠRFzropΠrtπΠsRF−ndFkrom−tπcπtyTFOrganometallicsRF2000RFWcRFWZaaSWZba 3.8 105

244
krom−tπcFvsF−lπpη−tπcFmSrFbondF−ctπv−tπonFbyFrηodπumNsOF−sF−FΣunctπonFoΣF−αostπcFπntΠr−ctπonsdF
c−t−lytπcFrUnFΠxcη−nαΠFbΠtwΠΠnFolΠΣπnsF−ndFmΠtη−nolForFw−tΠrTFJournalhofhthehAmericanhChemicalh
SocietyRF2003RFWX[RFWWVZWS[V

16.4 104

243 wΠt−ll−c−rbΠnΠsFΣromFdπ−zo−lk−nΠsdF−nFΠxpΠrπmΠnt−lF−ndFcomput−tπon−lFstudyFoΣFtηΠFrΠ−ctπonF
mΠcη−nπsmTFJournalhofhthehAmericanhChemicalhSocietyRF2003RFWX[RF][YXSZ] 16.4 102

242 ’ηΠFr−tΠSdΠtΠrmπnπnαFstΠpFπsFdΠ−dTFvonαFlπvΠFtηΠFr−tΠSdΠtΠrmπnπnαFst−tΠGTFChemPhysChemRF2011RFWXRFWZWYSb3.2 99

241 klk−lπF−ndF−lk−lπnΠFΠ−rtηFmΠt−lFcompoundsdFcorΠâ��v−lΠncΠFb−sπsFsΠtsF−ndFπmport−ncΠFoΣFsubv−lΠncΠF
corrΠl−tπonTFMolecularhPhysicsRF2003RFWVWRFWYZ[SWY]W 1.7 99

240
ortηoFmâ��rFkctπv−tπonFoΣFr−lo−rΠnΠsF−ndFknπsolΠFbyF−nFolΠctronS‡πcηFsrπdπumNsOFmomplΠxdFFwΠcη−nπsmF
−ndFyrπαπnFoΣF‡ΠαπoSF−ndFmηΠmosΠlΠctπvπtyTFknFoxpΠrπmΠnt−lF−ndF’ηΠorΠtπc−lF‘tudyTFOrganometallics
RF2006RFX[RFYWcVSYXWV

3.8 98

239 ynFtηΠFpΠrΣorm−ncΠFoΣFl−rαΠFq−ussπ−nFb−sπsFsΠtsFΣorFtηΠFcomput−tπonFoΣFtot−lF−tomπz−tπonFΠnΠrαπΠsTF
JournalhofhChemicalhPhysicsRF1992RFcaRF[VWXS[VWb 3.9 93

238 mη−rαΠF’r−nsportFπnFmonσuα−tΠdFkrom−tπcFwolΠcul−rFtunctπonsdFFwolΠcul−rFmonσuα−tπonF−ndF
wolΠculΠâ��olΠctrodΠFmouplπnαTFJournalhofhPhysicalhChemistryhCRF2007RFWWWRFWZbcYSWZcVX 3.8 89

237 kctπvΠFsπtΠFΠlΠctronπcFstructurΠF−ndFdyn−mπcsFdurπnαFmΠt−lloΠnzymΠFc−t−lysπsTFNaturehStructuralh
BiologyRF2003RFWVRFcbSWVY 89

(2003-1992)
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236 olΠctronF−ΣΣπnπtπΠsFoΣFtηΠFΣπrstSF−ndFsΠcondSrowF−tomsdFlΠncηm−rkF−bFπnπtπoF−ndFdΠnsπtySΣunctπon−lF
c−lcul−tπonsTFPhysicalhReviewhARF1999RF]VRFWVYZSWVZ[ 2.6 89

235 kbFπnπtπoFstudyFoΣFtηΠFπnΣr−rΠdFspΠctr−FoΣFlπnΠ−rFmnFclustΠrsFNng]â��cOTFJournalhofhChemicalhPhysicsRF
1990RFcYRFbb[VSbb]W 3.9 89

234 kFsπmplΠFnp’Sb−sΠdFdπ−αnostπcFΣorFnondyn−mπc−lFcorrΠl−tπonTFTheoreticalhChemistryhAccountsRF2013RF
WYXRFW 1.9 88

233 •ZSWadFkFdπvΠrsΠF−ndFηπαηSconΣπdΠncΠFd−t−sΠtFoΣF−tomπz−tπonFΠnΠrαπΠsFΣorFbΠncηm−rkπnαFηπαηSlΠvΠlF
ΠlΠctronπcFstructurΠFmΠtηodsTFJournalhofhComputationalhChemistryRF2017RFYbRFXV]YSXVa[ 3.5 85

232 l−sπsFsΠtFlπmπtFcouplΠdFclustΠrFstudyFoΣFηSbondΠdFsystΠmsF−ndF−ssΠssmΠntFoΣFmorΠF−pproxπm−tΠF
mΠtηodsTFJournalhofhPhysicalhChemistryhARF2007RFWWWRFWWWXXSYY 2.8 85

231 ‘tructurΠF−ndF”πbr−tπon−lF‘pΠctr−FoΣFtηΠFkz−bΠnzΠnΠsTFkFnΠnsπtyFpunctπon−lF‘tudyFsncludπnαFox−ctF
oxcη−nαΠFmontrπbutπonsTFThehJournalhofhPhysicalhChemistryRF1996RFWVVRF]caYS]cbY 85

230 ‘omΠFybsΠrv−tπonsFonFmountΠrpoπsΠFmorrΠctπonsFΣorFoxplπcπtlyFmorrΠl−tΠdFm−lcul−tπonsFonF
xoncov−lΠntFsntΠr−ctπonsTFJournalhofhChemicalhTheoryhandhComputationRF2014RFWVRFYacWSc 6.4 84

229 kccur−tΠF−bFπnπtπoFqu−rtπcFΣorcΠFΣπΠldFΣorFtr−nsSrxxrF−ndFtrΠ−tmΠntFoΣFrΠson−ncΠFpoly−dsTF
SpectrochimicahActahwhParthA:hMolecularhandhBiomolecularhSpectroscopyRF1997RF[YRFWVYcSWV[V 4.4 84

228
kF’ηπourΠ−F’ΠtηΠrFπnFtηΠF‘ΠcondFmoordπn−tπonF‘pηΠrΠF−sF−FlπndπnαF‘πtΠFΣorFmyF−ndF−FzrotonFnonorF
zromotΠsFtηΠFolΠctrocηΠmπc−lF‡ΠductπonFoΣFmyFtoFmyFm−t−lyzΠdFbyF−F‡ηΠnπumFlπpyrπdπnΠS’ypΠF
momplΠxTFJournalhofhthehAmericanhChemicalhSocietyRF2018RFWZVRFWXZ[WSWXZ[]

16.4 83

227 ’ηΠFη−rmonπcFΣrΠquΠncπΠsFoΣFbΠnzΠnΠTFkFc−sΠFΣorF−tomπcFn−tur−lForbπt−lFb−sπsFsΠtsTFChemicalhPhysicsh
LettersRF1997RFXa[RFZWZSZXX 2.5 82

226 rΠ−tsFoΣFΣorm−tπonFoΣFbΠryllπumRFboronRF−lumπnumRF−ndFsπlπconFrΠSΠx−mπnΠdFbyFmΠ−nsFoΣF•ZFtηΠoryTF
JournalhofhPhysicalhChemistryhARF2007RFWWWRF[cY]SZZ 2.8 82

225 moSmryst−llπz−tπonFoΣF‘ymS’rππodoS’rπΣluorobΠnzΠnΠFwπtηFlπpyrπdylFnonorsdFFmonsπstΠntFporm−tπonFoΣF
’woFsnstΠ−dFoΣFkntπcπp−tΠdF’ηrΠΠFx´•´•´•sFr−loαΠnFlondsTFCrystalhGrowthhandhDesignRF2007RFaRFYb]SYcX 3.5 81

224 ’ηΠFmΠl−tonπnFconΣormΠrFsp−cΠdFbΠncηm−rkF−ndF−ssΠssmΠntFoΣFw−vΠFΣunctπonF−ndFnp’FmΠtηodsFΣorF
−Fp−r−dπαm−tπcFbπoloαπc−lF−ndFpη−rm−coloαπc−lFmolΠculΠTFJournalhofhPhysicalhChemistryhARF2013RFWWaRFXX]cSaa2.8 77

223 ‘ΠlΠctπvΠFmâ��mFvsFmâ��rFlondFkctπv−tπonFbyF‡ηodπumNsOFzmzFzπncΠrFmomplΠxΠsTFkFmomput−tπon−lF
‘tudyTFJournalhofhthehAmericanhChemicalhSocietyRF2000RFWXXRFaVc[SaWVZ 16.4 77

222 kbFπnπtπoFmultπrΠΣΠrΠncΠFstudyFoΣFtηΠFlxFmolΠculΠTFJournalhofhChemicalhPhysicsRF1992RFcaRF][ZcS][[] 3.9 76

221
lΠncηm−rkF−bFsnπtπoFmonΣorm−tπon−lFonΠrαπΠsFΣorFtηΠFzrotΠπnoαΠnπcFkmπnoFkcπdsFtηrouαηFoxplπcπtlyF
morrΠl−tΠdFwΠtηodsTFkssΠssmΠntFoΣFnΠnsπtyFpunctπon−lFwΠtηodsTFJournalhofhChemicalhTheoryhandh
ComputationRF2016RFWXRFZZZS[Z

6.4 75

220 ’ηΠFαroundSst−tΠFspΠctroscopπcFconst−ntsFoΣFlΠXFrΠvπsπtΠdTFChemicalhPhysicshLettersRF1999RFYVYRFYccSZVa 2.5 75

219 ynFtηΠFstructurΠF−ndFvπbr−tπon−lFΣrΠquΠncπΠsFoΣFmXVTFChemicalhPhysicshLettersRF1996RFXZbRFYZ[SY[X 2.5 73
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218 ‡Π−ctπonsFoΣFpulsΠdFl−sΠrFproducΠdFboronF−ndFnπtroαΠnF−tomsFπnF−FcondΠnsπnαF−rαonFstrΠ−mTF
JournalhofhChemicalhPhysicsRF1993RFcbRFcXXScYW 3.9 72

217
zostSmm‘nN’OF−bFπnπtπoFtηΠrmocηΠmπstryFoΣFη−loαΠnFoxπdΠsF−ndFrΠl−tΠdFηydrπdΠsF–y–RF–yy–RFry–RF
–ynRF−ndFr–ynFN–FgFpRFmlORF−ndFΠv−lu−tπonFoΣFnp’FmΠtηodsFΣorFtηΠsΠFsystΠmsTFJournalhofhPhysicalh
ChemistryhARF2009RFWWYRFZbVXSW]

2.8 71

216
kFcrπtπc−lFcomp−rπsonFoΣFwsxnyUYRFwxnyRFkwWRF−ndFzwYFΣorF−FmodΠlFproblΠmdFm−rbonFclustΠrsF
mXSmWVTFknF−dFηocFrΠp−r−mΠtrπz−tπonFoΣFwxnyFwΠllFsuπtΠdFΣorFtηΠF−ccur−tΠFprΠdπctπonFoΣFtηΠπrF
spΠctroscopπcFconst−ntsTFJournalhofhComputationalhChemistryRF1991RFWXRF[XSaV

3.5 71

215 ompπrπc−lFnoublΠSrybrπdFnΠnsπtyFpunctπon−lF’ηΠorydFkFâ��’ηπrdF•−yâ��FπnFlΠtwΠΠnF•p’F−ndFnp’TFIsraelh
JournalhofhChemistryRF2020RF]VRFabaSbVZ 3.4 71

214 rΠ−tsFoΣFporm−tπonFoΣFklk−lπFwΠt−lF−ndFklk−lπnΠFo−rtηFwΠt−lFyxπdΠsF−ndFrydroxπdΠsdFF‘urprπsπnαlyF
nΠm−ndπnαF’−rαΠtsFΣorFrπαηSvΠvΠlF−bFsnπtπoFzrocΠdurΠsTFJournalhofhPhysicalhChemistryhARF2003RFWVaRF[]WaS[]YV2.8 70

213 kccur−tΠF−bFπnπtπoFqu−rtπcFΣorcΠFΣπΠldsFΣorFtηΠFxXyF−ndFmyXFmolΠculΠsTFChemicalhPhysicshLettersRF
1993RFXV[RF[Y[S[ZX 2.5 70

212 ‘pΠctroscopπcFqu−lπtyF−bFπnπtπoFpotΠntπ−lFcurvΠsFΣorFmrRFxrRFyrF−ndFrpTFkFconvΠrαΠncΠFstudyTF
ChemicalhPhysicshLettersRF1998RFXcXRFZWWSZXV 2.5 69

211 ‘tructurΠF−ndFrΠl−tπvΠFΠnΠrαΠtπcsFoΣFmXnQWFNnFgFXâ��aOFc−rbonFclustΠrsFusπnαFcouplΠdFclustΠrF−ndF
ηybrπdFdΠnsπtyFΣunctπon−lFmΠtηodsTFChemicalhPhysicshLettersRF1996RFX[XRFcSWb 2.5 69

210 ’ow−rdF−F•ZSpWXF−ppro−cηdFm−nFΠxplπcπtlyFcorrΠl−tΠdF−ndForbπt−lSb−sΠdF−bFπnπtπoFmm‘nN’OFlπmπtsFbΠF
rΠconcπlΠdiTFJournalhofhChemicalhPhysicsRF2016RFWZZRFXWZWVW 3.9 69

209 kbFsnπtπoFqΠomΠtryFnΠtΠrmπn−tπonsFoΣFzrotΠπnsTFWTFmr−mbπnTFJournalhofhPhysicalhChemistryhARF1998RF
WVXRFXXZ]SXX[W 2.8 66

208 monvΠntπon−lF−ndFoxplπcπtlyFmorrΠl−tΠdF−bFsnπtπoFlΠncηm−rkF‘tudyFonF•−tΠrFmlustΠrsdF‡ΠvπsπonFoΣF
tηΠFloqnlF−ndF•k’o‡XaFn−t−F‘ΠtsTFJournalhofhChemicalhTheoryhandhComputationRF2017RFWYRFYWY]SYW[X 6.4 65

207 wΠt−ll−bΠnzΠnΠFvΠrsusFmpFcomplΠxFΣorm−tπondF−Fnp’FπnvΠstπα−tπonTFJournalhofhthehAmericanh
ChemicalhSocietyRF2003RFWX[RFWYVXVSW 16.4 65

206
zulsΠdFl−sΠrFΠv−por−tΠdFboronF−tomFrΠ−ctπonsFwπtηF−cΠtylΠnΠTFsnΣr−rΠdFspΠctr−F−ndFqu−ntumF
cηΠmπc−lFstructurΠF−ndFΣrΠquΠncyFc−lcul−tπonsFΣorFsΠvΠr−lFnovΠlForα−nobor−nΠFlmXrXF−ndFrlmXF
molΠculΠsTFThehJournalhofhPhysicalhChemistryRF1993RFcaRF[bYcS[bZa

65

205 lor−nΠSlΠwπsFb−sΠFcomplΠxΠsF−sFηomolytπcFηydroαΠnF−tomFdonorsTFChemistryhwhAhEuropeanhJournalRF
2010RFW]RF]b]WS[ 4.8 64

204 kssΠssmΠntFoΣFv−rπousFdΠnsπtyFΣunctπon−lsF−ndFb−sπsFsΠtsFΣorFtηΠFc−lcul−tπonFoΣFmolΠcul−rF
−nη−rmonπcFΣorcΠFΣπΠldsTFInternationalhJournalhofhQuantumhChemistryRF2005RFWVZRFbYVSbZ[ 2.1 64

203 rΠ−tsFoΣFΣorm−tπonFoΣFtηΠF−mπnoF−cπdsFrΠSΠx−mπnΠdFbyFmΠ−nsFoΣF•WSpWXF−ndF•XSpWXFtηΠorπΠsTF
TheoreticalhChemistryhAccountsRF2014RFWYYRFW 1.9 63

202 ‘ΠlΠctπvΠFspYFmSrF−ctπv−tπonFoΣFkΠtonΠsF−tFtηΠFbΠt−FposπtπonFbyFsrNsOTFyrπαπnFoΣFrΠαπosΠlΠctπvπtyF−ndF
w−tΠrFΠΣΣΠctTFJournalhofhthehAmericanhChemicalhSocietyRF2006RFWXbRFWXZVVSW 16.4 63

201 kbFπnπtπoFstudyFoΣFtηΠFstructurΠRFπnΣr−rΠdFspΠctr−RF−ndFηΠ−tFoΣFΣorm−tπonFoΣFmZTFJournalhofhChemicalh
PhysicsRF1991RFcZRFYa[YSYa]W 3.9 63

(1991-1993)
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200 nπrΠctπnαF−rylSsFvΠrsusFkrylSlrFbondF−ctπv−tπonFbyFnπckΠlFvπ−F−FrπnαFw−lkπnαFprocΠssTFInorganich
ChemistryRF2008RFZaRF[WWZSXW 5.1 60

199 ’ηΠFunΠxpΠctΠdFrolΠFoΣFmyFπnFmSSrFoxπd−tπvΠF−ddπtπonFbyF−Fc−tπonπcFrηodπumNsOFcomplΠxTFAngewandteh
ChemiehwhInternationalhEditionRF2007RFZ]RFWcVWSZ 16.4 60

198
pπrstFprπncπplΠsFcomput−tπonFoΣFtηΠrmocηΠmπc−lFpropΠrtπΠsFbΠyondFtηΠFη−rmonπcF−pproxπm−tπonTFsTF
wΠtηodF−ndF−pplπc−tπonFtoFtηΠFw−tΠrFmolΠculΠF−ndFπtsFπsotopomΠrsTFJournalhofhChemicalhPhysicsRF
1992RFc]RFa]YYSa]Z[

3.9 60

197 ’pztwΠNrONXOdFwηyFπsFtηΠrΠFrUnFscr−mblπnαFoΣFtηΠFmΠtηylFαroupFbutFnotFmΠtη−nΠFlossiTFJournalhofh
thehAmericanhChemicalhSocietyRF2002RFWXZRFaVZWS[Z 16.4 59

196 knη−rmonπcFΣorcΠFΣπΠldF−ndFvπbr−tπon−lFΣrΠquΠncπΠsFoΣFtΠtr−ΣluoromΠtη−nΠFNmpZOF−ndF
tΠtr−Σluorosπl−nΠFN‘πpZOTFJournalhofhChemicalhPhysicsRF2000RFWWXRFWY[YSWY]] 3.9 59

195 kccur−tΠFqu−ntumFcηΠmπc−lFΠnΠrαπΠsFΣorFtΠtr−pΠptπdΠFconΣorm−tπonsdFwηyFwzXFd−t−FwπtηF−nF
πnsuΣΣπcπΠntFb−sπsFsΠtFsηouldFbΠFη−ndlΠdFwπtηFc−utπonTFPhysicalhChemistryhChemicalhPhysicsRF2013RFW[RFaVXbSYW3.6 57

194
lΠncηm−rkF−tomπz−tπonFΠnΠrαyFoΣFΠtη−nΠdFsmport−ncΠFoΣF−ccur−tΠFzΠroSpoπntFvπbr−tπon−lFΠnΠrαπΠsF
−ndFdπ−αon−lFlornâ��yppΠnηΠπmΠrFcorrΠctπonsFΣorF−Fâ��sπmplΠâ��Forα−nπcFmolΠculΠTFComputationalhandh
TheoreticalhChemistryRF2007RFbWWRFYZ[SY[Y

57

193 nΠΣπnπtπvΠFηΠ−tFoΣFΣorm−tπonFoΣFmΠtηylΠnπmπnΠRFmrXixrRF−ndFoΣFmΠtηylΠnπmmonπumFπonRFmrXxrXQRF
byFmΠ−nsFoΣF•XFtηΠoryTFJournalhofhComputationalhChemistryRF2001RFXXRFWXcaSWYV[ 3.5 57

192 kbFπnπtπoFstudyFoΣFtηΠFspΠctroscopyF−ndFtηΠrmocηΠmπstryFoΣFtηΠFmXxF−ndFmxXFmolΠculΠsTFChemicalh
PhysicshLettersRF1994RFXX]RFZa[SZbY 2.5 57

191 zΠrΣorm−ncΠFoΣF•ZFtηΠoryFΣorFspΠctroscopπcFconst−ntsF−ndFΠlΠctrπc−lFpropΠrtπΠsFoΣFsm−llFmolΠculΠsTF
JournalhofhChemicalhPhysicsRF2010RFWYYRFWZZWVX 3.9 56

190 kccur−tΠF−bFπnπtπoFqu−rtπcFΣorcΠFΣπΠldsFΣorFbor−nΠF−ndFlΠrXTFChemicalhPhysicshLettersRF1992RFXVVRF[VXS[WV 2.5 56

189 oconomπc−lFpostSmm‘nN’OFcomput−tπon−lFtηΠrmocηΠmπstryFprotocolF−ndF−pplπc−tπonsFtoFsomΠF
−rom−tπcFcompoundsTFJournalhofhPhysicalhChemistryhARF2009RFWWYRFa]WVSXV 2.8 55

188 zl−tπnumFstπlb−zolΠsdFrπnαSw−lkπnαFcouplΠdFwπtηF−rylSη−lπdΠFbondF−ctπv−tπonTFJournalhofhthehAmericanh
ChemicalhSocietyRF2005RFWXaRFcYXXSY 16.4 54

187 snΣr−rΠdF‘pΠctr−FoΣFloronSkmmonπ−F‡Π−ctπonFzroductsFπnF‘olπdFkrαonTFThehJournalhofhPhysicalh
ChemistryRF1995RFccRFWYbYcSWYbZc 54

186 kccur−tΠF−bFπnπtπoFqu−rtπcFΣorcΠFΣπΠldsFΣorFtηΠFπonsFrmyQF−ndFrymQTFJournalhofhChemicalhPhysicsRF
1993RFccRFXb]SXcX 3.9 53

185 zotΠntπ−lFΠnΠrαyFsurΣ−cΠFoΣFlZF−ndFtot−lF−tomπz−tπonFΠnΠrαπΠsFoΣFlXRFlYRF−ndFlZTFChemicalhPhysicsh
LettersRF1992RFWbcRF[XcS[Y] 2.5 53

184 knη−rmonπcFΣorcΠFΣπΠldsF−ndFtηΠrmodyn−mπcFΣunctπonsFusπnαFdΠnsπtyFΣunctπon−lFtηΠoryTFMolecularh
PhysicsRF2005RFWVYRFb]YSba] 1.7 52

183 rΠ−tFoΣF−tomπz−tπonFoΣFsulΣurFtrπoxπdΠRF‘yYdF−FbΠncηm−rkFΣorFcomput−tπon−lFtηΠrmocηΠmπstryTF
ChemicalhPhysicshLettersRF1999RFYWVRFXaWSXa] 2.5 52
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182 •η−tFc−nFwΠFlΠ−rnF−boutFdπspΠrsπonFΣromFtηΠFconΣormΠrFsurΣ−cΠFoΣFnSpΠnt−nΠiTFJournalhofhPhysicalh
ChemistryhARF2013RFWWaRFYWWbSYX 2.8 51

181 myclo−ddπtπonFrΠ−ctπonsFoΣFmΠt−llo−rom−tπcFcomplΠxΠsFoΣFπrπdπumF−ndFrηodπumdF−FmΠcη−nπstπcFnp’F
πnvΠstπα−tπonTFJournalhofhthehAmericanhChemicalhSocietyRF2003RFWX[RFWWaVXSc 16.4 51

180 xotΠFonFtηΠFvπbr−tπon−lFspΠctrumFoΣFmZF−ndFm[TFJournalhofhChemicalhPhysicsRF1989RFcVRFYZVYSYZV[ 3.9 50

179 kccur−tΠF−bFπnπtπoFqu−rtπcFΣorcΠFΣπΠldF−ndFvπbr−tπon−lFΣrΠquΠncπΠsFoΣFtηΠFxrZQFπonF−ndFπtsFdΠutΠr−tΠdF
ΣormsTFChemicalhPhysicshLettersRF1996RFX[bRFWXcSWY[ 2.5 48

178 rΠ−tsFoΣFΣorm−tπonFoΣFpl−tonπcFηydroc−rbonFc−αΠsFbyFmΠ−nsFoΣFηπαηSlΠvΠlFtηΠrmocηΠmπc−lF
procΠdurΠsTFJournalhofhComputationalhChemistryRF2016RFYaRFZcS[b 3.5 47

177 oxplπcπtlyFcorrΠl−tΠdFbΠncηm−rkFc−lcul−tπonsFonFmbrbFπsomΠrFΠnΠrαyFsΠp−r−tπonsdFηowF−ccur−tΠF−rΠF
np’RFdoublΠSηybrπdRF−ndFcomposπtΠF−bFπnπtπoFprocΠdurΠsiTFMolecularhPhysicsRF2012RFWWVRFXZaaSXZcW 1.7 47

176 np’FstudyFoΣFtηΠFstructurΠF−ndFrΠ−ctπvπtyFoΣFtηΠFtΠrmπn−lFztNs”OSoxoFcomplΠxFbΠ−rπnαFnoF
ΠlΠctronSwπtηdr−wπnαFlπα−ndsTFJournalhofhthehAmericanhChemicalhSocietyRF2010RFWYXRFWZbb]ScVV 16.4 46

175 spYFmâ��rF−ndFspXFmâ��rF−αostπcFrutηΠnπumFcomplΠxΠsdF−FcombπnΠdFΠxpΠrπmΠnt−lF−ndFtηΠorΠtπc−lF
studyTFInorganicahChimicahActaRF2004RFY[aRFWb[ZSWb]Z 2.7 46

174 monΣorm−tπon−lFΠquπlπbrπ−FπnFbut−nΠSWRZSdπoldF−FbΠncηm−rkFoΣF−Fprototypπc−lFsystΠmFwπtηFstronαF
πntr−molΠcul−rFrSbondsTFJournalhofhPhysicalhChemistryhARF2014RFWWbRFXcYSYVY 2.8 45

173 oΣΣΠctFoΣFmyFonFtηΠFoxπd−tπvΠF−ddπtπonFoΣF−rΠnΠFmSrFbondsFbyFc−tπonπcFrηodπumFcomplΠxΠsTF
ChemistryhwhAhEuropeanhJournalRF2010RFW]RFYXbS[Y 4.8 45

172 nπscovΠryFoΣFtηΠFpπrstFwΠt−ll−quπnonΠTFJournalhofhthehAmericanhChemicalhSocietyRF2000RFWXXRFbacaSbacb 16.4 45

171 ’ηΠFstructurΠRFst−bπlπtyRF−ndFπnΣr−rΠdFspΠctrumFoΣFlXxRFlXxQRFlXxâ��RFlyRFlXyF−ndFlXxXTTFChemicalh
PhysicshLettersRF1992RFWcYRFXZYSX[V 2.5 45

170 lΠncηm−rkF−bFπnπtπoFc−lcul−tπonsFoΣFtηΠFtot−lF−tomπz−tπonFΠnΠrαπΠsFoΣFtηΠFΣπrstSrowFηydrπdΠsFkrnFNkF
gFvπipOTFChemicalhPhysicshLettersRF1997RFXaYRFcbSWV] 2.5 44

169 zπS−ccΠptπnαSpπncΠrFrηodπumFcomplΠxΠsdF−nFunusu−lFcoordπn−tπonFmodΠFoΣFzmzStypΠFsystΠmsTF
ChemistryhwhAhEuropeanhJournalRF2005RFWWRFXYWcSX] 4.8 44

168 ’ηΠrmocηΠmπc−lF−n−lysπsFoΣFcorΠFcorrΠl−tπonF−ndFsc−l−rFrΠl−tπvπstπcFΠΣΣΠctsFonFmolΠcul−rF−tomπz−tπonF
ΠnΠrαπΠsTFJournalhofhChemicalhPhysicsRF2000RFWWYRFWYZbSWY[b 3.9 44

167 ’ηΠFccSp”[ SpWXFb−sπsFsΠtdFrΠ−cηπnαFtηΠFb−sπsFsΠtFlπmπtFπnFΠxplπcπtlyFcorrΠl−tΠdFc−lcul−tπonsTFMolecularh
PhysicsRF2015RFWWYRFW[[WSW[[b 1.7 43

166 xvyFpropΠrtπΠsFoΣFmΠt−ll−bΠnzΠnΠSb−sΠdFcηromopηorΠsdF−FtπmΠSdΠpΠndΠntFdΠnsπtyFΣunctπon−lF
studyTFJournalhofhPhysicalhChemistryhARF2005RFWVcRF[Z[ZS]X 2.8 43

165 ‘tructurΠF−ndFvπbr−tπonsFoΣFlnxnFNnFgFYâ��WVOTFChemicalhPhysicshLettersRF1996RFXZbRFc[SWVW 2.5 43

(1996-2013)
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164 ‘tructurΠF−ndFπnΣr−rΠdFspΠctroscopyFoΣFtηΠFmWWFmolΠculΠTFChemicalhPhysicshLettersRF1991RFWbaRFY]aSYaZ 2.5 43

163 olΠctronF’r−nsΣΠrFyxπd−tπonFoΣFlΠnzΠnΠF−ndFkΠrobπcFyxπd−tπonFtoFzηΠnolTFACShCatalysisRF2016RF]RF]ZVYS]ZVa13.1 41

162 mη−ptΠrFYFmomput−tπon−lF’ηΠrmocηΠmπstrydFkFlrπΠΣFyvΠrvπΠwFoΣF†u−ntumFwΠcη−nπc−lFkppro−cηΠsTF
AnnualhReportshinhComputationalhChemistryRF2005RFWRFYWSZY 1.8 41

161 ynFtηΠFstructurΠF−ndFvπbr−tπon−lFΣrΠquΠncπΠsFoΣFmXZTFChemicalhPhysicshLettersRF1996RFX[[RFaSWZ 2.5 41

160 rΠ−tsFoΣFΣorm−tπonFoΣFpΠrcηlorπcF−cπdRFrmlyZRF−ndFpΠrcηlorπcF−nηydrπdΠRFmlXyaTFzrobπnαFtηΠFlπmπtsFoΣF
•WF−ndF•XFtηΠoryTFComputationalhandhTheoreticalhChemistryRF2006RFaaWRFWcSX] 40

159 ’ηΠFlowΠstFsπnαlΠtStrπplΠtFΠxcπt−tπonFΠnΠrαyFoΣFlxdFkFconvΠrαΠdFcouplΠdFclustΠrFpΠrspΠctπvΠTF
JournalhofhChemicalhPhysicsRF2006RFWX[RFWZZYWY 3.9 39

158 zulsΠdFl−sΠrFΠv−por−tπonFoΣFboronUc−rbonFpΠllΠtsdFsnΣr−rΠdFspΠctr−F−ndFqu−ntumFcηΠmπc−lF
structurΠsF−ndFΣrΠquΠncπΠsFΣorFlmXTFJournalhofhChemicalhPhysicsRF1993RFccRFWXSWa 3.9 39

157 zolyoxomΠt−l−tΠSc−t−lyzΠdFπnsΠrtπonFoΣFoxyαΠnFΣromFyNXOFπntoFtπnS−lkylFbondsTFJournalhofhtheh
AmericanhChemicalhSocietyRF2013RFWY[RFWcYVZSWV 16.4 38

156 onΠrαΠtπcsFoΣFkcΠtylΠnΠFvossFΣromFmWZrWVâ�¢QFm−tπonsdFFkFnΠnsπtyFpunctπon−lFm−lcul−tπonTFJournalhofh
PhysicalhChemistryhARF1997RFWVWRFXWcSXX] 2.8 38

155 kccur−tΠF−bFπnπtπoFtot−lF−tomπz−tπonFΠnΠrαπΠsFoΣFtηΠFmnFclustΠrsFNngXâ��WVOTFJournalhofhChemicalh
PhysicsRF1995RFWVXRFbXaVSbXaY 3.9 38

154 ’ηΠFtot−lF−tomπz−tπonFΠnΠrαyF−ndFηΠ−tFoΣFΣorm−tπonFoΣFrmxNαOTFChemicalhPhysicshLettersRF1996RFX[cRF]acS]bX2.5 38

153 ssFtηΠrΠFΠvπdΠncΠFΣorFdΠtΠctπonFoΣFcyclπcFmZFπnFs‡FspΠctr−iFknF−ccur−tΠF−bFπnπtπoFcomputΠdFqu−rtπcF
ΣorcΠFΣπΠldTFJournalhofhChemicalhPhysicsRF1996RFWVZRFZ][aSZ]]Y 3.9 38

152 kbFπnπtπoFstudyFoΣFtηΠFmolΠculΠsFlmF−ndFlXmTFJournalhofhChemicalhPhysicsRF1994RFWVVRFcVVXScVV] 3.9 38

151 ktomπz−tπonFΠnΠrαπΠsFoΣFtηΠFc−rbonFclustΠrsFmFnFNnFgFXâ��WVOFrΠvπsπtΠdFbyFmΠ−nsFoΣF•ZFtηΠoryF−sFwΠllF
−sFdΠnsπtyFΣunctπon−lRFqnRF−ndFml‘FmΠtηodsTFMolecularhPhysicsRF2009RFWVaRFcaaSccV 1.7 37

150 pullyF−bFπnπtπoF−tomπz−tπonFΠnΠrαyFoΣFbΠnzΠnΠFvπ−F•Ππzm−nnSXFtηΠoryTFJournalhofhChemicalhPhysicsRF
2001RFWW[RFXV[WSXV[Z 3.9 37

149 ’ηΠFvπbr−tπon−lFspΠctr−FoΣFcor−nnulΠnΠF−ndFcoronΠnΠTFkFdΠnsπtyFΣunctπon−lFstudyTFChemicalhPhysicsh
LettersRF1996RFX]XRFcaSWVZ 2.5 37

148 mombπnΠdFbondSpol−rπz−tπonFb−sπsFsΠtsFΣorF−ccur−tΠFdΠtΠrmπn−tπonFoΣFdπssocπ−tπonFΠnΠrαπΠsTF
TheoreticahChimicahActaRF1989RFa]RFWc[SXVc 37

147 knη−rmonπcFporcΠFpπΠldsF−ndFkccur−tΠF’ηΠrmocηΠmπstryFoΣFrX‘πyRFcπsSr‘πyrRF−ndFtr−nsSr‘πyrTF
JournalhofhPhysicalhChemistryhARF1998RFWVXRFWYcZSWZVZ 2.8 36
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146 ’unπnαFoΣFkuUnSq−ksFnπodΠsFwπtηFrπαηlyFmonσuα−tΠdFwolΠculΠsTFJournalhofhPhysicalhChemistryhBRF
2001RFWV[RFWXVWWSWXVWb 3.4 36

145 ‘tructurΠsFoΣFpur−nosπdΠsdFFnΠnsπtyFpunctπon−lFm−lcul−tπonsF−ndFrπαηS‡ΠsolutπonF–Sr−yF−ndFxΠutronF
nπΣΣr−ctπonFmryst−lF‘tructurΠsTFJournalhofhPhysicalhChemistryhARF1999RFWVYRFaZZSa[Y 2.8 36

144 kccur−tΠF−bSsnπtπoF†u−rtπcFporcΠFpπΠldsFΣorFtηΠF‘ulΣurFmompoundsFrX‘RFm‘XRFym‘RF−ndFm‘TFJournalhofh
MolecularhSpectroscopyRF1995RFW]cRFZZ[SZ[a 1.3 36

143 ‘tructurΠsF−ndFtηΠrmocηΠmπstryFoΣFlYxYF−ndFlZxZTFChemicalhPhysicshLettersRF1995RFXYXRFXbcSXcZ 2.5 36

142 xovΠlF−zπnΠFrΠ−ctπvπtydFΣ−cπlΠFxSxFbondFclΠ−v−αΠRFmSrF−ctπv−tπonRF−ndFxSxFcouplπnαFmΠdπ−tΠdFbyF‡ηsTF
AngewandtehChemiehwhInternationalhEditionRF2003RFZXRFWcZcS[X 16.4 35

141 lΠncηm−rkF−bFπnπtπoFtηΠrmocηΠmπstryFoΣFtηΠFπsomΠrsFoΣFdππmπdΠRFxXrXRFusπnαF−ccur−tΠFcomputΠdF
structurΠsF−ndF−nη−rmonπcFΣorcΠFΣπΠldsTFMolecularhPhysicsRF1999RFc]RF]bWS]cX 1.7 35

140 mXbdFtηΠFsm−llΠstFst−blΠFΣullΠrΠnΠiTFChemicalhPhysicshLettersRF1996RFX[[RFWS] 2.5 35

139 ’ηΠFmΠcη−nπsmFoΣFtηΠFrΠ−ctπonFmrQxXShrmxQxTFChemicalhPhysicshLettersRF1993RFXVcRFWZYSW[V 2.5 35

138
’ηΠF−uαSccSp”n SpWXFb−sπsFsΠtFΣ−mπlydFmorrΠl−tπonFconsπstΠntFb−sπsFsΠtsFΣorFΠxplπcπtlyFcorrΠl−tΠdF
bΠncηm−rkFc−lcul−tπonsFonF−nπonsF−ndFnoncov−lΠntFcomplΠxΠsTFJournalhofhChemicalhPhysicsRF2017RF
WZaRFWYZWV]

3.9 34

137 kssΠssmΠntFoΣFmm‘nN’OSpWXFkpproxπm−tπonsF−ndFl−sπsF‘ΠtsFΣorFr−rmonπcF”πbr−tπon−lFprΠquΠncπΠsTF
JournalhofhChemicalhTheoryhandhComputationRF2014RFWVRFXVb[ScV 6.4 34

136
oxplπcπtlyFcorrΠl−tΠdFcouplΠdFclustΠrFbΠncηm−rksFwπtηFrΠ−lπstπcSsπzΠdFlπα−ndsFΣorFsomΠF
l−tΠStr−nsπtπonFmΠt−lFrΠ−ctπonsdFb−sπsFsΠtsFconvΠrαΠncΠF−ndFpΠrΣorm−ncΠFoΣFmorΠF−pproxπm−tΠF
mΠtηodsTFTheoreticalhChemistryhAccountsRF2014RFWYYRFW

1.9 33

135 kbFsnπtπoFm−lπbr−tπonF‘tudyFoΣFtηΠFrΠ−tFoΣFporm−tπonRFqΠomΠtryRF−ndFknη−rmonπcFporcΠFpπΠldFoΣF
pluoro−cΠtylΠnΠTFJournalhofhPhysicalhChemistryhARF1998RFWVXRFXZbYSXZcX 2.8 33

134 ‡ΠvπsΠdFrΠ−tFoΣFporm−tπonFΣorFq−sΠousFlorondFFl−sπsF‘ΠtFvπmπtF−bFsnπtπoFlπndπnαFonΠrαπΠsFoΣFlpYF−ndF
lpTFJournalhofhPhysicalhChemistryhARF1998RFWVXRFXcc[SXccb 2.8 33

133 kccur−tΠF−bFsnπtπoF†u−rtπcFporcΠFpπΠldsRF”πbr−tπon−lFprΠquΠncπΠsRF−ndFrΠ−tsFoΣFporm−tπonFΣorFpmxRF
pxmRFmlmxRF−ndFmlxmTFThehJournalhofhPhysicalhChemistryRF1995RFccRFW[b[bSW[b]Y 33

132 ’ηΠorΠtπc−lFstudyFoΣFtηΠFprotonF−ΣΣπnπtπΠsFoΣFXSRFYSRF−ndFZSmonosubstπtutΠdFpyrπdπnΠsFπnFtηΠFα−sF
pη−sΠFbyFmΠ−nsFoΣFwsxnyUYRFwxnyRF−ndFkwWTFJournalhofhComputationalhChemistryRF1989RFWVRFZZcSZ]a 3.5 33

131 •η−tFkrΠFtηΠFqroundF‘t−tΠF‘tructurΠsFoΣFmXVF−ndFmXZiFknFoxplπcπtlyFmorrΠl−tΠdFkbFsnπtπoFkppro−cηTF
JournalhofhPhysicalhChemistryhARF2016RFWXVRFW[YS]V 2.8 32

130 •η−tFm−kΠsFΣorF−FαoodFc−t−lytπcFcyclΠiFkFtηΠorΠtπc−lFstudyFoΣFtηΠF‘zηosFlπα−ndFπnFtηΠF
‘uzukπSwπy−ur−FrΠ−ctπonTFChemicalhCommunicationsRF2011RFZaRFZcY[Sa 5.8 32

129 kbFπnπtπoFstudyFoΣFtηΠF–X˛£QF−ndFkX˛ Fst−tΠsFoΣFtηΠF‘πxFr−dπc−lTFChemicalhPhysicshLettersRF1996RFX[XRFYcbSZVZ 2.5 32

(1996-2001)
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128 oxclusπvΠFmâ��mFkctπv−tπonFπnFtηΠF‡ηodπumNsOFzmxFzπncΠrFmomplΠxTFkFmomput−tπon−lF‘tudyTF
OrganometallicsRF2001RFXVRFWabYSWacW 3.8 31

127 kFΣullyF−bFπnπtπoFqu−rtπcFΣorcΠFΣπΠldFoΣFspΠctroscopπcFqu−lπtyFΣorF‘yYTFSpectrochimicahActahwhParthA:h
MolecularhandhBiomolecularhSpectroscopyRF1999RF[[RFaVcSaWb 4.4 31

126 loronFrΠ−tFoΣFporm−tπonF‡ΠvπsπtΠdd´ F‡Πl−tπvπstπcFoΣΣΠctsFonFtηΠFlpYktomπz−tπonFonΠrαyTFJournalhofh
PhysicalhChemistryhARF1999RFWVYRFaaW[SaaWb 2.8 31

125 kccur−tΠF−bFπnπtπoFprΠdπctπonsFoΣFtηΠFdπssocπ−tπonFΠnΠrαyF−ndFηΠ−tFoΣFΣorm−tπonFoΣFΣπrstSrowF
ηydrπdΠsTFChemicalhPhysicshLettersRF1989RFW]YRFYbaSYcW 2.5 31

124 ’ηΠF‘]]FxonSmov−lΠntFsntΠr−ctπonsFlΠncηm−rkF‡ΠconsπdΠrΠdF“sπnαFoxplπcπtlyFmorrΠl−tΠdFwΠtηodsF
xΠ−rFtηΠFl−sπsF‘ΠtFvπmπtTFAustralianhJournalhofhChemistryRF2018RFaWRFXYb 1.2 30

123 oxclusπvΠFmâ��mFyxπd−tπvΠFkddπtπonFπnF−F‡ηodπumF’ηπopηospηorylFzπncΠrFmomplΠxF−ndFmomput−tπon−lF
ovπdΠncΠFΣorF−nF˛•YSmâ��mâ��rFkαostπcFsntΠrmΠdπ−tΠTFOrganometallicsRF2012RFYWRF[V[S[WX 3.8 30

122 wΠcη−nπstπcF−spΠctsFoΣF−cΠtonΠF−ddπtπonFtoFmΠt−llo−rom−tπcFcomplΠxΠsFoΣFπrπdπumdF−Fnp’F
πnvΠstπα−tπonTFChemicalhCommunicationsRF2003RFWYXSY 5.8 30

121 knη−rmonπcFΣorcΠFΣπΠldRFstructurΠRF−ndFtηΠrmocηΠmπstryFoΣFmpXF−ndFmmlXTFPhysicalhChemistryh
ChemicalhPhysicsRF2002RFZRFYXbXSYXbb 3.6 30

120 kFnΠΣπnπtπvΠFrΠ−tFoΣF”−porπz−tπonFoΣF‘πlπconFtηrouαηFlΠncηm−rkF−bFsnπtπoFm−lcul−tπonsFonF‘πpZTF
JournalhofhPhysicalhChemistryhARF1999RFWVYRFZZXaSZZYW 2.8 30

119 ’ηΠFdπssocπ−tπonFΠnΠrαyFoΣFxYTFJournalhofhChemicalhPhysicsRF1990RFcYRFZZb[SZZba 3.9 30

118 ’ηΠrmodyn−mπcFzropΠrtπΠsFoΣFmW−ndFmXlromoFmompoundsF−ndF‡−dπc−lsTFkF‡Πl−tπvπstπcF−bFsnπtπoF
‘tudyTFJournalhofhPhysicalhChemistryhARF2004RFWVbRFaa[XSaa]W 2.8 29

117 kccur−tΠF−bFπnπtπoF−nη−rmonπcFΣorcΠFΣπΠldF−ndFηΠ−tFoΣFΣorm−tπonFΣorFsπl−nΠTFMolecularhPhysicsRF1999RF
caRFcZ[Sc[Y 1.7 29

116
loronF−tomFrΠ−ctπonsFwπtηF−cΠtylΠnΠTFkbFπnπtπoFc−lcul−tΠdF−ndFobsΠrvΠdFπsotopπcFπnΣr−rΠdFspΠctr−FoΣF
tηΠFborπrΠnΠFr−dπc−lFlmXrXTFkFΣπnαΠrprπntFm−tcηTFJournalhofhthehAmericanhChemicalhSocietyRF1993RF
WW[RFX[WVSX[WW

16.4 29

115 kccur−tΠF−bFπnπtπoFspΠctroscopπcF−ndFtηΠrmodyn−mπcFpropΠrtπΠsFΣorFtηΠF‘πmFmolΠculΠTFJournalhofh
ChemicalhPhysicsRF1990RFcXRF]][[S]]]a 3.9 29

114 lΠncηm−rkF−bFπnπtπoFpotΠntπ−lFcurvΠsFΣorFtηΠFlπαηtFdπ−tomπcFηydrπdΠsTF“nusu−llyFl−rαΠFnon−dπ−b−tπcF
ΠΣΣΠctsFπnFlΠrF−ndFlrTFChemicalhPhysicshLettersRF1998RFXbYRFXbYSXcY 2.5 28

113 ynFtηΠFαΠomΠtrπc−lFstructurΠFoΣFtηΠFmQYFc−tπonâ��−nF−bFπnπtπoFstudyTFJournalhofhChemicalhPhysicsRF
1990RFcYRF[VYaS[VZ[ 3.9 28

112 nΠnsπtySpunctπon−lF’ηΠoryFmoncΠptsF−ndF’ΠcηnπquΠsFΣorF‘tudyπnαFwolΠcul−rFmη−rαΠFnπstrπbutπonsF
−ndF‡Πl−tΠdFzropΠrtπΠsTFTheoreticalhandhComputationalhChemistryRF1996RFaaYSbVc 27

111 noFmm‘nF−ndF−pproxπm−tΠFmm‘nSpWXFv−rπ−ntsFconvΠrαΠFtoFtηΠFs−mΠFb−sπsFsΠtFlπmπtsiF’ηΠFc−sΠFoΣF
−tomπz−tπonFΠnΠrαπΠsTFJournalhofhChemicalhPhysicsRF2018RFWZcRFW[ZWVc 3.9 27
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110 ”ΠryF−ccur−tΠF−bFπnπtπoFbπndπnαFΠnΠrαπΠsFâ��F−Fcomp−rπsonFbΠtwΠΠnFΠmpπrπc−lFcorrΠctπonsF−ndF
Πxtr−pol−tπonFmΠtηodsTFComputationalhandhTheoreticalhChemistryRF1997RFYcbSYccRFWY[SWZZ 26

109 ’ηΠFproton−tπonFoΣFxXyFrΠΠx−mπnΠddFkFc−sΠFstudyFonFtηΠFrΠlπ−bπlπtyFoΣFv−rπousFΠlΠctronFcorrΠl−tπonF
mΠtηodsFΣorFmπnπm−F−ndFtr−nsπtπonFst−tΠsTFJournalhofhChemicalhPhysicsRF1993RFcbRFac[WSac[a 3.9 26

108 kbFsnπtπoF‘tudyFoΣFtηΠFssoΠlΠctronπcFwolΠculΠsFlmxRFlxmRF−ndFmYFsncludπnαFknη−rmonπcπtyTFTheh
JournalhofhPhysicalhChemistryRF1994RFcbRF]WV[S]WVc 26

107 ynFtηΠFηΠ−tFoΣFΣorm−tπonFoΣFm[F−ndFηπαηΠrFc−rbonFclustΠrsTFJournalhofhChemicalhPhysicsRF1991RFc[RFcZXVScZXW3.9 26

106
mombπnΠdFbondSpol−rπz−tπonFb−sπsFsΠtsFΣorF−ccur−tΠFdΠtΠrmπn−tπonFoΣFdπssocπ−tπonFΠnΠrαπΠsTFssTFl−sπsF
sΠtFsupΠrposπtπonFΠrrorF−sF−FΣunctπonFoΣFtηΠFp−rΠntFb−sπsFsΠtTFJournalhofhComputationalhChemistryRF
1989RFWVRFba[Sbb]

3.5 26

105 r−loαΠnSlondΠdF‘upr−molΠcul−rFkssΠmblπΠsFl−sΠdFonFzηΠnylΠtηynylFzyrπdπnΠFnΠrπv−tπvΠsdFnrπvπnαF
mryst−lFz−ckπnαFtηrouαηF‘ystΠm−tπcFmηΠmπc−lFwodπΣπc−tπonsTFCrystalhGrowthhandhDesignRF2008RFbRFYV]]SYVaX3.5 25

104 knF−ccur−tΠFqu−rtπcFΣorcΠFΣπΠldRFΣund−mΠnt−lFΣrΠquΠncπΠsRF−ndFbπndπnαFΠnΠrαyFΣorFtηΠFηπαηFΠnΠrαyF
dΠnsπtyFm−tΠrπ−lF’dxZTFChemicalhPhysicshLettersRF2002RFY[aRFYWcSYX[ 2.5 25

103 mombπnΠdFbondFpol−rπz−tπonFΣunctπonFb−sπsFsΠtsFΣorF−ccur−tΠF−bFπnπtπoFc−lcul−tπonFoΣFtηΠFdπssocπ−tπonF
ΠnΠrαπΠsFoΣFkrnFmolΠculΠsFNkgvsFtoFpOTFJournalhofhComputationalhChemistryRF1989RFWVRFW[XSW]X 3.5 25

102 mouplπnαFbΠtwΠΠnFtηΠFconvΠrαΠncΠFbΠη−vπorFoΣFb−sπsFsΠtF−ndFΠlΠctronFcorrΠl−tπondF−Fqu−ntπt−tπvΠF
studyTFTheoreticalhChemistryhAccountsRF1997RFcaRFXXaSXYW 1.9 24

101 ’ηΠF–ZVˆ�WVFr−loαΠnFlondπnαFlΠncηm−rkF‡ΠvπsπtΠddF‘urprπsπnαFsmport−ncΠFoΣFNnSWOdF‘ubv−lΠncΠF
morrΠl−tπonTFJournalhofhPhysicalhChemistryhARF2018RFWXXRFXWbZSXWca 2.8 23

100 l−sπsFsΠtFconvΠrαΠncΠFoΣFΠxplπcπtlyFcorrΠl−tΠdFdoublΠSηybrπdFdΠnsπtyFΣunctπon−lFtηΠoryFc−lcul−tπonsTF
JournalhofhChemicalhPhysicsRF2011RFWY[RFWZZWWc 3.9 23

99 krΠnΠFr−ptπcπtyFπnFNm]r]OmrNmyOnFNnFgFWâ��[OFmomplΠxΠsdFFkFnp’F‘tudyFoΣF‘πnαlΠtF−ndF’rπplΠtFonΠrαyF
‘urΣ−cΠsTFOrganometallicsRF2004RFXYRFXYW[SXYX[ 3.8 23

98 ’ηΠFstructurΠRFΠnΠrαΠtπcsRF−ndFη−rmonπcFvπbr−tπonsFoΣFlYxF−ndFlxYTFMolecularhPhysicsRF1994RFbXRFW[[SW]Z1.7 23

97 ’ηΠFktomπcFz−rtπ−lFmη−rαΠsFkrborΠtumdF’ryπnαFtoF‘ΠΠFtηΠFporΠstFΣorFtηΠF’rΠΠsTFChemPhysChemRF
2020RFXWRF]bbS]c] 3.2 23

96 •WF−ndF•XF’ηΠorπΠsRF−ndF’ηΠπrF”−rπ−ntsdF’ηΠrmocηΠmπstryFπnFtηΠFktUmolFkccur−cyF‡−nαΠF2001RFYWS][ 23

95
zΠrΣorm−ncΠFoΣFvoc−lπzΠdFmouplΠdFmlustΠrFwΠtηodsFπnF−FwodΠr−tΠlyF‘tronαFmorrΠl−tπonF‡ΠαπmΠdF
rˆ…ckΠlSwˆ¶bπusFsntΠrconvΠrsπonsFπnFoxp−ndΠdFzorpηyrπnsTFJournalhofhChemicalhTheoryhandh
ComputationRF2020RFW]RFY]ZWSY][Y

6.4 22

94
kFΣullyF−bFπnπtπoFpotΠntπ−lFcurvΠFoΣFnΠ−rSspΠctroscopπcFqu−lπtyFΣorFyrSFπondFπmport−ncΠFoΣFconnΠctΠdF
qu−druplΠFΠxcπt−tπonsF−ndFsc−l−rFrΠl−tπvπstπcFΠΣΣΠctsTFSpectrochimicahActahwhParthA:hMolecularhandh
BiomolecularhSpectroscopyRF2001RF[aRFba[Sb[

4.4 22

93 kccur−tΠF−bFsnπtπoF†u−rtπcFporcΠFpπΠldsF−ndF’ηΠrmocηΠmπstryFoΣFpxyF−ndFmlxyTFThehJournalhofh
PhysicalhChemistryRF1994RFcbRFWWYcZSWWZVV 22

(1994-1997)
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92 ynFtηΠFvπbr−tπon−lFspΠctrumFoΣFmcRFmWWF−ndFmWYTFChemicalhPhysicshLettersRF1995RFXZVRF[XWS[X[ 2.5 22

91 ’ηΠFΠπαηtSv−lΠncΠSΠlΠctronFsystΠmsFrΠSΠx−mπnΠddFconvΠrαΠncΠFoΣFtηΠFcouplΠdSclustΠrFsΠrπΠsF−ndF
pΠrΣorm−ncΠFoΣFqu−sπpΠrturb−tπvΠFmΠtηodsFΣorFqu−druplΠFΠxcπt−tπonsTFMolecularhPhysicsRF2014RFWWXRFab[SacY1.7 21

90 wΠcη−nπsmFoΣFtηΠFwΠtηylΠnΠF’r−nsΣΠrF‡Π−ctπonTFmâ��mFkctπv−tπonF−ndF‡ΠductπvΠFolπmπn−tπonFπnFynΠF
‘ystΠmTFkFnp’F‘tudyTFOrganometallicsRF2004RFXYRFXYY]SXYZX 3.8 21

89 ’ηΠFstructurΠF−ndFΠnΠrαΠtπcsFoΣFlYxXRFlXxYRF−ndFlxZTFMolecularhPhysicsRF1995RFb[RF[XaS[Ya 1.7 21

88 kbFπnπtπoFstudyFoΣFtηΠFc−rbonFNmYQOFc−tπonFusπnαFmultπrΠΣΠrΠncΠFmΠtηodsTFThehJournalhofhPhysicalh
ChemistryRF1991RFc[RF][YVS][YZ 21

87 ’ηΠFstructurΠRFΠnΠrαΠtπcsF−ndFη−rmonπcFvπbr−tπonsFoΣFlYxTFChemicalhPhysicshLettersRF1993RFXVWRF[ZS[b 2.5 21

86 ’ηΠFπmp−ctFoΣFqu−ntumFcηΠmπc−lFmΠtηodsFonFtηΠFπntΠrprΠt−tπonFoΣFmolΠcul−rFspΠctr−FoΣFc−rbonF
clustΠrsTFJournalhofhMolecularhStructureRF1993RFXcZRFXWSXZ 3.4 21

85 ’−utomΠrπz−tπonF−ndFnπssocπ−tπonFoΣFnπmΠtηylFzηospηon−tΠFsonsNmrYyOXzNrOgyâ�¢Qd’ηΠoryF−ndF
oxpΠrπmΠntFπnFmoncΠrtTFZeitschrifthFurhPhysikalischehChemieRF2001RFXW[RF 3.1 20

84 ’ηΠFknη−rmonπcFporcΠFpπΠldFoΣF’ηπoΣorm−ldΠηydΠRFrXm‘RFbyF−bFsnπtπoFwΠtηodsTFJournalhofhMolecularh
SpectroscopyRF1994RFW]bRFY]YSYaY 1.3 20

83 kbFπnπtπoFstudyFoΣFtηΠFprotonF−ΣΣπnπtyFoΣF−FnumbΠrFoΣFortηoSsubstπtutΠdFpyrπdπnΠsTFJournalhofh
ComputationalhChemistryRF1989RFWVRFYZ]SY[a 3.5 20

82
m−nonπc−lF−ndFnvzxySl−sΠdFqZNwzXO–uSsnspπrΠdFmomposπtΠF•−vΠFpunctπonFwΠtηodsF
z−r−mΠtrπzΠdF−α−πnstFv−rαΠF−ndFmηΠmπc−llyFnπvΠrsΠF’r−πnπnαF‘ΠtsdFkrΠF’ηΠyFworΠFkccur−tΠF−ndUorF
‡obustFtη−nFnoublΠSrybrπdFnp’iTFJournalhofhChemicalhTheoryhandhComputationRF2020RFW]RFZXYbSZX[[

6.4 19

81 ‘tructurΠF−ndF”πbr−tπonsFoΣFtηΠFmXzF−ndFmxzF‡−dπc−lsF−ndF’ηΠπrFm−tπonsF“sπnαFnΠnsπtyFpunctπon−lF
−ndFmouplΠdFmlustΠrF’ηΠorπΠsTFJournalhofhPhysicalhChemistryhARF1997RFWVWRFbYWcSbYX] 2.8 19

80 m−t−lytπcFrΠductπonFoΣF−cΠtonΠFbyF[NbpyO‡η×QdF−FtηΠorΠtπc−lFmΠcη−nπstπcFπnvΠstπα−tπonF−ndFπnsπαηtF
πntoFcoopΠr−tπvπtyFΠΣΣΠctsFπnFtηπsFsystΠmTFJournalhofhthehAmericanhChemicalhSocietyRF2003RFWX[RFWWZYVSZW 16.4 19

79 ’ηΠFηΠ−tsFoΣFΣorm−tπonFoΣFtηΠFη−lo−cΠtylΠnΠsF–mm—F[–RF—FgFrRFpRFml×dFb−sπsFsΠtFlπmπtF−bFπnπtπoFrΠsultsF
−ndFtηΠrmocηΠmπc−lF−n−lysπsTFMolecularhPhysicsRF2002RFWVVRFZ[YSZ]Z 1.7 19

78 kbFπnπtπoFstudyFoΣFtηΠFspΠctroscopyRFkπnΠtπcsRF−ndFtηΠrmocηΠmπstryFoΣFtηΠFlxXFmolΠculΠTFChemicalh
PhysicshLettersRF1994RFXXXRF[WaS[XY 2.5 19

77 moncΠrnπnαFtηΠFηΠ−tsFoΣFΣorm−tπonFoΣFtηΠF[mRFrYRFx×QFr−dπc−lFc−tπonsTFChemicalhPhysicshLettersRF1994RF
XXWRFWZcSW[[ 2.5 18

76 ynFtηΠFΠΣΣΠctFoΣFcΠntrπΣuα−lFstrΠtcηπnαFonFtηΠFrot−tπon−lFp−rtπtπonFΣunctπonFoΣF−nF−symmΠtrπcFtopTF
JournalhofhChemicalhPhysicsRF1991RFc[RFbYaZSbYbc 3.9 18

75 •η−tF’ypΠsFoΣFmηΠmπc−lFzroblΠmsFlΠnΠΣπtFΣromFnΠnsπtySmorrΠctΠdFnp’iFkFzrobΠF“sπnαF−nF
oxtΠnsπvΠF−ndFmηΠmπc−llyFnπvΠrsΠF’ΠstF‘uπtΠTFJournalhofhChemicalhTheoryhandhComputationRF2021RFWaRFWY]bSWYac6.4 18
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74 kbFsnπtπoF‘tudyFoΣFtηΠFolΠctronπcF‘pΠctrumFoΣFtηΠF‘πxF‡−dπc−lTFJournalhofhMolecularhSpectroscopyRF
1998RFWbbRFXaSY] 1.3 17

73 m−lπbr−tπonF‘tudyFoΣFktomπz−tπonFonΠrαπΠsFoΣF‘m−llFzoly−tomπcsTFACShSymposiumhSeriesRF1998RFXWXSXY] 0.4 17

72 pπrstFprπncπplΠsFcomput−tπonFoΣFtηΠrmocηΠmπc−lFpropΠrtπΠsFbΠyondFtηΠFη−rmonπcF−pproxπm−tπonTFssTF
kpplπc−tπonFtoFtηΠF−mπnoFr−dπc−lFxrXTFJournalhofhChemicalhPhysicsRF1992RFcaRFY[YVSY[Y] 3.9 17

71 ynFsπzΠSconsπstΠncyFcorrΠctπonsFΣorFlπmπtΠdFconΣπαur−tπonSπntΠr−ctπonFc−lcul−tπonsTFChemicalhPhysicsh
LettersRF1990RFWaXRFYZ]SY[Y 2.5 17

70
mySsnducΠdFwΠtηylFwπαr−tπonFπnF−F‡ηodπumF’ηπopηospηorylFzπncΠrFmomplΠxF−ndFstsFmomp−rπsonF
wπtηFzηospηπnΠSl−sΠdFmomplΠxΠsdF’ηΠFnπvΠrαΠntFoΣΣΠctsFoΣF‘F−ndFzFnonorFvπα−ndsTFOrganometallics
RF2013RFYXRFaW]YSaWbV

3.8 16

69 m−nFnp’FmΠtηodsFcorrΠctlyF−ndFΠΣΣπcπΠntlyFprΠdπctFtηΠFcoordπn−tπonFnumbΠrFoΣFcoppΠrNsOF
complΠxΠsiFkFc−sΠFstudyTFJournalhofhComputationalhChemistryRF2010RFYWRFa[SbY 3.5 16

68 ’ηΠorΠtπc−lFstudyFoΣFtηΠFprotonF−ΣΣπnπtπΠsFoΣFXSRFYSRF−ndFZSmonosubstπtutΠdFpηΠnol−tΠFπonsFπnFtηΠFα−sF
pη−sΠFbyFmΠ−nsFoΣFwsxnyUYRFwxnyRF−ndFkwWTFJournalhofhComputationalhChemistryRF1990RFWWRFX]cSXcV 3.5 16

67 yNYzOFQFmyXFcollπsπonsF−tFηypΠrtηΠrm−lFΠnΠrαπΠsdFdyn−mπcsFoΣFnonrΠ−ctπvΠFsc−ttΠrπnαRFoxyαΠnF
πsotopΠFΠxcη−nαΠRF−ndFoxyαΠnS−tomF−bstr−ctπonTFJournalhofhPhysicalhChemistryhARF2012RFWW]RF]ZSbZ 2.8 15

66 snsΠrtπonFoΣFkmπnΠsF−ndFklcoηolsFπntoFzrotonSloundFnπmΠrsTFkFnΠnsπtyFpunctπon−lF‘tudyTFJournalhofh
PhysicalhChemistryhARF1997RFWVWRFX[caSX]V] 2.8 15

65 pund−mΠnt−lFvπbr−tπon−lFΣrΠquΠncπΠsF−ndFdomπn−ntFrΠson−ncΠsFπnFmΠtηyl−mπnΠFπsotopoloαuΠsFbyF
−bFπnπtπoF−ndFdΠnsπtyFΣunctπon−lFtηΠoryFmΠtηodsTFJournalhofhComputationalhChemistryRF2008RFXcRFWX]bSa] 3.5 15

64 ‘tructurΠsF−ndFtηΠrmocηΠmπstryFoΣFc−lcπumScont−πnπnαFmolΠculΠsTFJournalhofhPhysicalhChemistryhARF
2005RFWVcRFcW[]S]b 2.8 15

63 mommΠntFonFâ��â��kFtηΠorΠtπc−lFstudyFoΣFtηΠFdπssocπ−tπonFΠnΠrαyFoΣFlrFusπnαFqu−dr−tπcFconΣπαur−tπonF
πntΠr−ctπonâ��â��TFJournalhofhChemicalhPhysicsRF1989RFcWRFZZX[SZZX] 3.9 15

62 oxplorπnαFkvΠnuΠsFbΠyondF‡ΠvπsΠdFn‘nFpunctπon−lsdFsTF‡−nαΠF‘Πp−r−tπonRFwπtηFn‘nF−sF−F‘pΠcπ−lF
m−sΠTFJournalhofhPhysicalhChemistryhARF2021RFWX[RFZ]WZSZ]Xa 2.8 15

61 •ZFtηΠrmocηΠmπstryFoΣFzXF−ndFzZTFssFtηΠFmynk’kFηΠ−tFoΣFΣorm−tπonFoΣFtηΠFpηospηorusF−tomF
corrΠctiTFMolecularhPhysicsRF2007RFWV[RFXZccSX[V[ 1.7 14

60 kbFπnπtπoFspΠctroscopyF−ndFtηΠrmocηΠmπstryFoΣFtηΠFlxFmolΠculΠTFZeitschrifthFˆ…rhPhysikhDwAtomsh
MoleculeshandhClustersRF1991RFXWRFZaS[[ 14

59 ’ηΠFπmp−ctFoΣFl−rαΠrFclustΠrsFΣorm−tπonFm[RFm]RFmaRFmbRFmcRF−ndFmWVFonFtηΠFr−tΠsFoΣFc−rbonF
sublπm−tπonF−tFΠlΠv−tΠdFtΠmpΠr−turΠsTFJournalhofhNuclearhMaterialsRF1998RFX[bSX]YRFabXSab] 3.3 13

58 zol−rπz−bπlπtyFoΣFsm−llFc−rbonFclustΠrF−nπonsFΣromFΣπrstFprπncπplΠsTFJournalhofhPhysicalhChemistryhARF
2007RFWWWRFXVXbSYX 2.8 13

57 zrotonFw−lkFπnFtηΠF−quΠousFpl−tπnumFcomplΠxF[’pztwΠmy×Fvπ−F−FstπckyFsπαm−SmΠtη−nΠFlπα−ndTF
ChemistryhwhAhEuropeanhJournalRF2007RFWYRFXbWXSXY 4.8 13

(2007-1998)

15



56 knη−rmonπcFΣorcΠFΣπΠldsFoΣFpΠrcηlorπcF−cπdRFrmlyZRF−ndFpΠrcηlorπcF−nηydrπdΠRFmlXyaTFknFΠxtrΠmΠF
c−sΠFoΣFπnnΠrFpol−rπz−tπonTFJournalhofhMolecularhStructureRF2006RFabVSabWRFYWVSYW] 3.4 13

55
wodΠlπnαFzrotonSloundFwΠtη−nolRFkmmonπ−RF−ndFkmπnΠFmomplΠxΠsFoΣFWXSmrownSZSotηΠrF−ndF
nπmΠtηoxyΠtη−nΠFNâ��qlymΠâ��OF“sπnαFnΠnsπtyFpunctπon−lF’ηΠoryTFJournalhofhPhysicalhChemistryhARF1998RF
WVXRF]Y[aS]Y][

2.8 13

54 kFcoordπn−tπonFcontrollΠdF−rylSη−lπdΠFoxπd−tπvΠF−ddπtπonFtoFpl−tπnumTFChemistryhwhAhEuropeanhJournal
RF2009RFW[RFWVVX[Sb 4.8 12

53 mommΠntFonFH‡ΠvπsΠdFΠlΠctronF−ΣΣπnπtyFoΣF‘p]FΣromFkπnΠtπcFd−t−HF[tTFmηΠmTFzηysTFWY]RFWXWWVXF
NXVWXO×TFJournalhofhChemicalhPhysicsRF2012RFWY]RFWcaWVW 3.9 12

52 nΠnsπtyFpunctπon−lF‘tudyFoΣFtηΠFmomplΠx−tπonF‡Π−ctπonFoΣF‘nNmrYOY–FN–FgFpRFmlRFlrF−ndFsOFwπtηF
r−lπdΠFknπonsTFEuropeanhJournalhofhInorganichChemistryRF2003RFXVVYRFYbVYSYbWV 2.3 12

51 ‘tructurΠsFoΣFpur−nosπdΠsdFFkF‘tudyFoΣFtηΠFmonΣorm−tπon−lF‘p−cΠFoΣFwΠtηylF˛–SdSvyxoΣur−nosπdΠFbyF
nΠnsπtyFpunctπon−lFwΠtηodsTFJournalhofhPhysicalhChemistryhARF2000RFWVZRF[XcWS[Xca 2.8 12

50 ynFtηΠFv−lπdπtyFoΣFzoplΠMsFπnΣπnπtΠSordΠrFwˆ‚llΠrSzlΠssΠtFΠxtr−pol−tπonF−ndF−nF−ltΠrn−tπvΠFΣormul−F
wπtηπnFwlzUmmFtηΠorπΠsTFChemicalhPhysicshLettersRF1989RFW[aRFXWaSXXY 2.5 12

49 zrΠdπctπonFoΣFΠlΠctronπcFcouplπnαsFΣorFmolΠcul−rFcη−rαΠFtr−nsΣΠrFusπnαFoptπm−llyFtunΠdF
r−nαΠSsΠp−r−tΠdFηybrπdFΣunctπon−lsTFMolecularhPhysicsRF2018RFWW]RFXZcaSX[V[ 1.7 12

48
m−nonπc−lF−ndFnvzxySl−sΠdFmomposπtΠF•−vΠΣunctπonFwΠtηodsFz−r−mΠtrπzΠdF−α−πnstFv−rαΠF−ndF
mηΠmπc−llyFnπvΠrsΠF’r−πnπnαF‘ΠtsTFXdFmorrΠl−tπonSmonsπstΠntFl−sπsF‘ΠtsRFmorΠS”−lΠncΠFmorrΠl−tπonRF
−ndFpWXFkltΠrn−tπvΠsTFJournalhofhChemicalhTheoryhandhComputationRF2020RFW]RFa[VaSa[XZ

6.4 11

47 zΠrΣorm−ncΠFoΣFolΠctronπcF‘tructurΠFwΠtηodsFΣorFtηΠFnΠscrπptπonFoΣFrˆ…ckΠlSwˆ¶bπusF
sntΠrconvΠrsπonsFπnFoxtΠndΠdFˇ�S‘ystΠmsTFJournalhofhPhysicalhChemistryhARF2020RFWXZRFXYbVSXYca 2.8 11

46
zrobπnαFtηΠFb−sπsFsΠtFlπmπtFΣorFtηΠrmocηΠmπc−lFcontrπbutπonsFoΣFπnnΠrSsηΠllFcorrΠl−tπondFb−l−ncΠFoΣF
corΠScorΠF−ndFcorΠSv−lΠncΠFcontrπbutπonsPPFsnFmΠmoryFoΣFnπΠtΠrFmrΠmΠrFNWcZZâ��XVWaO”πΠwF−llFnotΠsTF
MolecularhPhysicsRF2019RFWWaRFWVabSWVba

1.7 11

45
mommΠntFonFHnoublyFηybrπdFdΠnsπtyFΣunctπon−lFxnrSzloVFΣromF−Fp−r−mΠtΠrSΣrΠΠFαlob−lFηybrπdF
modΠlFzloVHF[tTFmηΠmTFzηysTFWY]RFWaZWVYFNXVWXO×TFJournalhofhChemicalhPhysicsRF2015RFWZYRFWbaWVWeF
dπscussπonFWbaWVX

3.9 11

44 wodΠlπnαFst−bπlπz−tπonFoΣF‘πiyFbondsFbyFzdUztFcomplΠxΠsFusπnαFdΠnsπtyFΣunctπon−lFtηΠoryTFChemicalh
PhysicshLettersRF1998RFXbbRFY[]SY]X 2.5 11

43
’ηΠFπmp−ctFoΣFwΠ−kFmSrTTT‡ηFπntΠr−ctπonsFonFtηΠFstructurΠF−ndFrΠ−ctπvπtyFoΣF
tr−nsS[‡ηNmyOXNpηospηπnΠOX×QdF−nFΠxpΠrπmΠnt−lF−ndFtηΠorΠtπc−lFΠx−mπn−tπonTFChemistryhwhAh
EuropeanhJournalRF2008RFWZRFbWbYScZ

4.8 11

42 onΠrαΠtπcsFoΣFtηΠFn−pηtη−lΠnΠU−zulΠnΠFmonoc−tπonFπsomΠrπz−tπondFdΠnsπtyFΣunctπon−lF−ndFcouplΠdF
clustΠrFc−lcul−tπonsâ� â�¡TFJournalhofhthehChemicalhSocietyhPerkinhTransactionshIIRF1999RFXYbYSXYba 11

41 ynFtηΠFrΠl−tπvΠFst−bπlπtπΠsFoΣFtηΠFlπnΠ−rF−ndFtrπ−nαul−rFΣormsFoΣFlYxTFChemicalhPhysicsRF1993RFWabRFaaSbX 2.3 11

40 xΠwFrutηΠnπumFnπtrosylFpπncΠrFcomplΠxΠsFbΠ−rπnαF−nFyXFlπα−ndTFwonoSoxyαΠnFtr−nsΣΠrTFInorganich
ChemistryRF2015RF[ZRFXX[YS]Y 5.1 10

39 ssFtηΠrΠF−Fs−tπsΣ−ctoryFdΠscrπptπonFoΣFtηΠFmolΠcul−rFstructurΠFoΣF‡oΠskyâ��sFkΠtonΠiTFChemicalhPhysicsh
LettersRF2005RFZWYRFZZVSZZZ 2.5 10
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38 oxplorπnαFkvΠnuΠsFbΠyondF‡ΠvπsΠdFn‘nFpunctπon−lsdFssTF‡−ndomSzη−sΠFkpproxπm−tπonF−ndF‘c−lΠdF
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