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292 rirstU}rinciplesHpeterminγtionHofHyoleculγrHoonformγtionsHofHundolizidineHPUQUZ[anOHinH’olutionVH
2009THYZ]THZbeUZcd 3

291 pensityHfunctionγlHγndHspectroscopicHstudiesHofHnitrogenHinversionHinHsuπstitutedHdizocilpinesVH2009TH
ZZTHbXcUbYZ 1

290 “heoreticγlHstudyHofHstructurγlHγndHopticγlHpropertiesHofHregioregulγrHheγdUtoUtγilHoligoH
P[UnUoctylthiopheneQHγndHrelγtedHstγrHmoleculesVH2009THeYXTHYX]UYYY 7

289 †uγntumHclusterHtheoryHforHtheHpolγrizγπleHcontinuumHmodelVHuVH“heHoo’pHlevelHwithHγnγlyticγlHfirstH
γndHsecondHderivγtivesVH2009THY[YTHYb]YX] 69

288 }yrrolidoneHperivγtivesHinH–γterH’olutionfHmnHqxperimentγlHγndH“heoreticγlH}erspectiveVH2009TH]dTHYX[bUYXaX 31

287 zonplγsmonicHyetγlH}γrticlesHγsHqxcitγtionHqnergyH“rγnsferHmcceptorsfHγnH”nexpectedHqfficiencyH
ReveγledHπyH†uγntumHyechγnicsVH2009THYY[THYb[b]UYb[cX 19

286 vonesHγndHmγgnetoelectricHπirefringenceHofHpureHsuπstγncesHâ��HmHcomputγtionγlHstudyVH2009THdcTHY[aZUY[bY 5

285 rluorescenceHqnhγncementHofHohromophoresHoloseHtoHyetγlHzγnopγrticlesVH{ptimγlH’etupH
ReveγledHπyHtheH}olγrizγπleHoontinuumHyodelVH2009THYY[THYZYUY[[ 123

284 yicrosolvγtionHofHmethylHhydrogenHperoxidefHγπHinitioHquγntumHchemicγlHγpproγchVH2009THY[YTHXa][YX 10

283 †uγntumHmechγnicγlHγndHzyRHstudiesHofHringHpuckeringHγndHcisWtrγnsUrotγmericHinterconversionHinH
prolinesHγndHhydroxyprolinesVH2009THYY[THYXdadUba 29

282 unsightsHintoHtheHethylHlγctγteHSHwγterHmixedHsolventVH2009THYY[THY]ZacUbe 38

281 “heHgreenHsolventHethylHlγctγtefHγnHexperimentγlHγndHtheoreticγlHchγrγcterizγtionVH2009THYYTHbaUcd 166

280 }roπingHweγkHnonUcovγlentHinterγctionsHinHsolutionHγndHsolidHstγtesHwithHdesignedHmoleculesVH2009TH
YYTHecUYXX 21
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279 ’tructuresHγndHpropertiesHofHelectronicγllyHexcitedHchromophoresHinHsolutionHfromHtheHpolγrizγπleH
continuumHmodelHcoupledHtoHtheHtimeUdependentHdensityHfunctionγlHtheoryVH2009THYY[TH[XXeUZX 158

278 “heoreticγlHstudyHonHtheHmoleculγrHγndHelectronicHpropertiesHofHsomeHsuπstγncesHusedHforHdiγπetesH
mellitusHtreγtmentVH2010THYbTHceeUdX] 12

277
’teγdyUstγteHγndHtimeUresolvedHspectroscopicHinvestigγtionsHonHintrγmoleculγrHelectronHtrγnsferH
processesHwithinHγHsynthesizedHmethoxynγphthγleneHdyγdHπyHusingHγHnemγticHliquidHcrystγlH
mediumVH2010THY[XTHe[ZUe]X

1

276 }hotoinducedHprocessesHofH[UsuπstitutedHbUfluoroUYT]UdihydroU]UoxoquinolineHderivγtivesfHmH
theoreticγlHγndHspectroscopicHstudyVH2010THZYYTH]cUad 9

275 mHcompγrγtiveHmoleculγrHdynγmicsHstudyHonHtheHcomplexγtionHofHγlkγliHmetγlHcγtionsHπyHγH
polyUethyleneUglycolHtypeHpodγndHinHwγterHγndHinHdichloromethγneVH2010THe]bTHccUdZ 8

274 ’tudyHofHtheHsolventHeffectHonHtheHenthγlpiesHofHhomolyticHγndHheterolyticHzâ��tHπondHcleγvγgeHinH
pUphenylenediγmineHγndHtetrγcyγnoUpUphenylenediγmineVH2010THeaZTHZaU[X 220

273
“heoreticγlHstudyHofHtγutomerizγtionHγndHisomerizγtionHofHmethylγminoUHγndH
phenylγminoUsuπstitutedHcyclicHγzγphospholinesTHoxγphospholinesHγndHthiγphospholinesHinHgγsHγndH
γqueousHphγsesVH2010THebZTHYXYUYXc

5

272 {nHtheHgeometricγlHstructureHγndHspectrγlHpropertiesHofHpyreneHmonomerHγndHstericγllyH
constrγinedHintrγmoleculγrHpyreneHdimersVH2010TH[ccTHYZ[UY[Y 7

271 qxcitedUstγteHpolγrizγπilitiesHofHsolvγtedHmoleculesHusingHcuπicHresponseHtheoryHγndHtheHpolγrizγπleH
continuumHmodelVH2010THY[ZTHXZ]YXc 8

270
’ymmetryUγdγptedHclusterHγndHsymmetryUγdγptedHclusterUconfigurγtionHinterγctionHmethodHinHtheH
polγrizγπleHcontinuumHmodelfHtheoryHofHtheHsolventHeffectHonHtheHelectronicHexcitγtionHofHmoleculesH
inHsolutionVH2010THY[[THXZ]YX]

70

269 ’uperexchγngeUmediγtedHelectronicHenergyHtrγnsferHinHγHmodelHdyγdVH2010THYZTHc[cdUda 31

268 oontinuousHsurfγceHchγrgeHpolγrizγπleHcontinuumHmodelsHofHsolvγtionVHuVHsenerγlHformγlismVH2010TH
Y[ZTHYY]YYX 1701

267 yechγnismHofHwγterHoxidγtionHπyHsingleUsiteHrutheniumHcomplexHcγtγlystsVH2010THY[ZTHYa]aUac 424

266 {nHtheHoγlculγtionHofH•iπrγtionγlHrrequenciesHforHyoleculesHinH’olutionHneyondHtheHtγrmonicH
mpproximγtionVH2010THbTHYbbXUe 51

265 mHvγriγtionγlHformulγtionHofHtheHpolγrizγπleHcontinuumHmodelVH2010THY[[THXY]YXb 103

264 xightUinducedHoxidγtionHofHunsγturγtedHlipidsHγsHsensitizedHπyHflγvinsVH2010THYY]THaad[Ue[ 47

263 qxperimentγlHverificγtionHofHforceHfieldsHforHmoleculγrHdynγmicsHsimulγtionsHusingHslyU}roUslyUslyVH
2010THYY]THYZ[adUca 39

262 oontinuumH’olvγtionHyodelsfH–hγtHqlseHoγnH–eHxeγrnHfromH“hemkVH2010THYTHYbbbUYbc] 116
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261 olγssicγlHvγlenceHπondHγpproγchHπyHmodernHmethodsVH2011THYYYTHcaacUe[ 190

260 }olγrizγπleHrorceHrieldsHγndH}olγrizγπleHoontinuumHyodelfHmHrluctuγtingHohγrgesW}oyHmpproγchVH
YVH“heoryHγndHumplementγtionVH2011THcTH[cYYUZ] 126

259 untegrγtedHzyRHγndHcomputγtionγlHstudyHofHpushUpullHzx{HproπesfHinterplγyHofHsolventHγndH
structurγlHeffectsVH2011THYYaTHYXX[aU]] 10

258 qxcitγtionHenergiesHinHsolutionfHtheHfullyHpolγrizγπleH†yWyyW}oyHmethodVH2011THYYaTH[XZcU[c 108

257 ’elfUoonsistentHrieldHγndH}olγrizγπleHoontinuumHyodelfHmHzewH’trγtegyHofH’olutionHforHtheH
ooupledHqquγtionsVH2011THcTHbYXUc 28

256 usolγtionHofHγHmetγstγπleHgeometricγlHisomerHofHγHhexγcoordinγtedHdihydrophosphγtefHelucidγtionH
ofHitsHenhγncedHreγctivityHinHumpolungHofHγHhydrogenHγtomHofHwγterVH2011THaXTHeXd[Ue 8

255 {nHtheHenthγlpiesHofHhomolyticHγndHheterolyticH’â��tHπondHcleγvγgeHinHpγrγHγndHmetγHsuπstitutedH
thiophenolsVH2011THebcTHZc[UZd[ 27

254 pr“Wn[x }HstudyHofHtheHsolventHeffectHonHtheHreγctionHenthγlpiesHofHhomolyticHγndHheterolyticH{tH
πondHcleγvγgeHinHmonoUsuπstitutedHchromγnsVH2011THecdTHYbUZd 29

253 mHpr“HstudyHofHtheHpropertiesHofHsuπstitutedHpyrrolidinesHγndHphospholγnesHinHgγsHγndHinHγqueousH
phγseVH2011THecdTHY][UYaY 2

252 yodulγtingHspectroelectrochemicγlHpropertiesHofHöziPsγlenQ−HpolymericHfilmsHγtHmoleculγrHlevelVH
2011THYbYTHbdXUbeY 24

251 ’tudyHofHdimethoxyethγneWethγnolHsolutionsVH2011THYYaTHddb]Uc] 21

250 ResponseHrunctionH“heoryHoomputγtionγlHmpproγchesHtoHxineγrHγndHzonlineγrH{pticγlH
’pectroscopyVH2011THccUY[a 21

249 qlectronicHstructureHγndHγπsorptionHspectrγHofHsuprγmoleculγrHcomplexesHofHγHfullereneHcrownH
etherHwithHγHˇ�UextendedH““rHderivγtiveVH2011THY[THYYebaUca 14

248 yodelingHofHtheHfunctionγlizγtionHofHsingleUwγllHcγrπonHnγnotuπesHtowγrdsHitsHsoluπilizγtionHinHγnH
γqueousHmediumVH2011THbYTH[dYU[dd 12

247 {nHγnγlyticγlHderivγtivesHforHgeometryHoptimizγtionHinHtheHpolγrizγπleHcontinuumHmodelVHJournal of 
Mathematical ChemistryTH2011TH]eTHYeZdUYe[b 2.1 2

246 –γveletHnqyHonHmoleculγrHsurfγcesfHsolventHexcludedHsurfγcesVH2011THeZTH[[aU[b] 18

245 ’pectroscopicHinvestigγtionsHonHzγphtholHγndH“etrγhydronγphtholVHmHtheoreticγlHγpproγchVH2011TH
cdTHbZ]Ud 3

244 mnodicHoxidγtionHofHselenγdiγzoloquinolonesHinHγlkγlineHmediγVH2011TH]eTHYbdUc] 3
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243 ’ymmetricHversusHγsymmetricHdiscretizγtionHofHtheHintegrγlHequγtionsHinHpolγrizγπleHcontinuumH
solvγtionHmodelsVH2011THaXeTHccUdc 58

242 “heoreticγlHγndHspectroscopicHstudyHofHethylHYT]UdihydroU]UoxoquinolineU[UcγrπoxylγteHγndHitsH
bUfluoroHγndHdUnitroHderivγtivesHinHneutrγlHγndHrγdicγlHγnionHformsVH2011THee]THbYUbe 10

241 “owγrdsHγnHγccurγteHdescriptionHofHγnhγrmonicHinfrγredHspectrγHinHsolutionHwithinHtheHpolγrizγπleH
continuumHmodelfHreγctionHfieldTHcγvityHfieldHγndHnonequiliπriumHeffectsVH2011THY[aTHYX]aXa 45

240
zonequiliπriumHsolvγtionHforHverticγlHphotoemissionHγndHphotoγπsorptionHprocessesHusingHtheH
symmetryUγdγptedHclusterUconfigurγtionHinterγctionHmethodHinHtheHpolγrizγπleHcontinuumHmodelVH
2011THY[]THYX]YXe

50

239 oγtγlyticHγctivityHofHhγlohydrinHdehγlogenγsesHtowγrdsHspiroepoxidesVH2012THYXTHaXb[UcZ 38

238 oonformγtionγlHπehγviourHofHγntioxidγntHchromonesVHmHviπrγtionγlHspectroscopyHstudyVH2012THb[TH[ZaU[[c 13

237 yodelingHultrγfγstHsolvγtedHelectronicHdynγmicsHusingHtimeUdependentHdensityHfunctionγlHtheoryH
γndHpolγrizγπleHcontinuumHmodelVH2012THYYbTHYdd]UeX 25

236 {xidγtionHmechγnismHofHmethionineHπyHt{â�¢HrγdicγlfHγHtheoreticγlHstudyVH2012THYYbTHa[]eUa] 9

235 “heoreticγlHinvestigγtionHonHtheHchirγlHdiγmineUcγtγlyzedHepoxidγtionHofHcyclicHenonesfHmechγnismH
γndHeffectsHofHcocγtγlystVH2012THYYbTHYZaYUbX 14

234 mHzovelHmpproγchHforHperivingHrorceHrieldH“orsionHmngleH}γrγmetersHmccountingHforH
oonformγtionUpependentH’olvγtionHqffectsVH2012THdTH[Z[ZU]Z 23

233 towHγmidoximγteHπindsHtheHurγnylHcγtionVH2012THaYTH[daaUe 137

232 ’tereoelectronicHinterγctionsHγndHtheHoneUπondHoUrHcouplingHconstγntHinHsevoflurγneVH2012THYYbTHYbccUdZ 26

231 ’tγteUofUtheUγrtHγndHchγllengesHinHtheoreticγlHsimulγtionsHofHheterogeneousHcγtγlysisHγtHtheH
microscopicHlevelVH2012THZTHZ]Xa 34

230 ’imultγneousHgγucheHγndHγnomericHeffectsHinH˛–UsuπstitutedHsulfoxidesVH2012THccTHcbXcUYY 17

229 “hreeHroutesHtoHnickelPuuQHsγlicylγldehydeH]UphenylHγndH]UmethylthiosemicγrπγzonγtoHcomplexesfH
mechγnochemicγlTHelectrochemicγlHγndHconventionγlHγpproγchVH2012THY]TH[X[e 15

228 xineγrHResponseH“heoryHγndHqlectronicH“rγnsitionHqnergiesHforHγHrullyH}olγrizγπleH†yWolγssicγlH
tγmiltoniγnVH2012THdTH]Ya[Uba 100

227 qxcitedHstγtesHγndHelectronicHspectrγHofHγnnulγtedHdinucleγrHfreeUπγseHphthγlocyγninesfHγH
theoreticγlHstudyHonHneγrUinfrγredUγπsorπingHdyesVH2012THY[bTHYY][X] 9

226 RecentHmdvγncesHinHtheHooupledUolusterHmnγlyticγlHperivγtivesH“heoryHforHyoleculesHinH’olutionH
pescriπedH–ithHtheH}olγrizγπleHoontinuumHyodelHP}oyQVH2012THYUZe 4
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225 •nqr}fHγHvγlenceHπondHγpproγchHthγtHincorporγtesHeffectiveHfrγgmentHpotentiγlHmethodVH2012TH
YYbTHYd]bUa[ 12

224 ’tructuresHinHsolutionsHfromHjointHexperimentγlUcomputγtionγlHγnγlysisfHγpplicγtionsHtoHcyclicH
moleculesHγndHstudiesHofHnoncovγlentHinterγctionsVH2012THYYbTHYXe[UYXe 9

223 mssessmentHofHpr“HqxchγngeUoorrelγtionHrunctionγlsHforHqvγluγtingHtheHyultipolγrHoontriπutionsH
toHtheH†uγdrγticHzonlineγrH{pticγlHResponsesHofH’mγllHReferenceHyoleculesVH2012THdTHZX]]UaZ 42

222 “heoreticγlHunvestigγtionHonHtheH’oluπilizγtionHinH–γterHofHrunctionγlizedH’ingleU–γllHoγrπonH
zγnotuπesVH2012THZXYZTHYUb 22

221 }olγrizγπleHcontinuumHmodelVH2012THZTH[dbU]X] 480

220 RevisedHselfUconsistentHcontinuumHsolvγtionHinHelectronicUstructureHcγlculγtionsVH2012THY[bTHXb]YXZ 293

219 RecentHγdvγncesHinHwγveHfunctionUπγsedHmethodsHofHmoleculγrUpropertyHcγlculγtionsVH2012THYYZTHa][Ub[Y 453

218 ’ynthesisHγndHoonformγtionγlHmnγlysisHofHyethylHzUmlγnylUYkUγminoferroceneUYUcγrπoxylγteVH2012TH
ZXYZTHYdYXUYdZZ 15

217
mnHuntegrγtedHγpproγchHPthermodynγmicTHstructurγlTHγndHcomputγtionγlQHtoHtheHstudyHofH
complexγtionHofHγlkγliUmetγlHcγtionsHπyHγHlowerUrimHcγlixö]−γreneHγmideHderivγtiveHinHγcetonitrileVH
2012THaYTHbZb]Ucd

27

216 “heoreticγlHinsightsHintoHtheHmechγnismHofHcγrπonHmonoxideHPo{QHreleγseHfromHo{UreleγsingH
moleculesVH2012THYdTHeZbcUca 21

215 [UrluoroUzUmethylUpUγspγrticHγcidHP[rUzypmQHstereoisomersHγsHconformγtionγlHproπesHforH
exploringHγgonistHπindingHγtHzypmHreceptorsVH2012THYdTHddY[Ue 31

214 piγstereomerHconfigurγtionsHfromHjointHexperimentγlUcomputγtionγlHγnγlysisVH2012THccTHbZeXUa 10

213 yodellingHzwitterionsHinHsolutionfH[UfluoroU˛‡UγminoπutyricHγcidHP[rUsmnmQVH2012THYdTHYd]Uea 11

212 nγlγncingHtheHγtomicHwγistlinefHusodensityUπγsedHscrfHrγdiiHforHmγinUgroupHelementsHγndHtrγnsitionH
metγlsVH2013THYY[THecaUed] 42

211 mπHinitioHnonorthogonγlHvγlenceHπondHmethodsVH2013TH[THabUbd 16

210 “hreeH}olymorphicHrormsHofHγHyonomericHyoP•uQHoomplexfHnuildingHnlocksHforH“woHyetγlâ��{rgγnicH
’uprγmoleculγrHusomersVHuntermoleculγrHunterγctionsHγndHxigγndH’uπstituentHqffectsVH2013THY[TH[cc[U[cd] 31

209 {nHtheHrγdicγlHscγvengingHγctivityHofHisoflγvonesfHthermodynγmicsHofH{UtHπondHcleγvγgeVH2013THYaTHYXdeaUeX[ 69

208 qxperimentγlHγndHcomputγtionγlHstudyHofHtheHcomplexγtionHofHγdγmγntylHglycosidesHwithH
˛†UcyclodextrinVH2013THbeTHdXaYUdXb[ 9
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207 †uγntumHchemicγlHγndHexperimentγlHstudyHofHYTZT]UtrihydroxyUpγrγUmenthγneVH2013THYX]eTH]e]UaXY 3

206 oonformγtionγlHγnγlysisHofHYUchloroUHγndHYUπromoUZUpropγnolVH2013THYYcTHYXedXU] 4

205 “heHtriflicHγcidUmediγtedHcyclizγtionHreγctionsHofHzUcinnγmoylUYUnγphthylγminesVH2013THcdTHYXe[dU]b 13

204 }γrtiγlHmolγrHvolumeTHvonesâ��poleHcoefficientTHγndHlimitingHmolγrHisentropicHcompressiπilityHofH
sodiumHiπuprofenHinHwγterHγndHitsHhydrγtionHnumπerHγndHhydrγtionHfreeHenergyVH2013THabbTHYZ]UYZe 19

203 ponorHmπilitiesHofHteterocyclicHzeutrγlHxewisHnγsesHinHγHzickelPuuQH’γlicylγldehydeH
]U}henylthiosemicγrπγzonγtoHooordinγtionHqnvironmentVH2013THZXY[THab[UacY 3

202 oriticγlHqvγluγtionHofHumplicitH’olventHyodelsHforH}redictingHmqueousH{xidγtionH}otentiγlsHofH
zeutrγlH{rgγnicHoompoundsVH2013THeTHaX]bUad 80

201 }otentiγlHofHpolyphenolsHfromHγnHγqueousHextrγctHofHγppleHpeelHγsHinhiπitorsHofHfreeHrγdicγlsfHmnH
experimentγlHγndHcomputγtionγlHstudyVH2013THYX[aTHbYUbd 11

200 mHgenerγlizedHsU’rqpHcontinuumHsolvγtionHfreeHenergyHcγlculγtionHmodelVH2013THYYXTHqbbZUc 8

199 oomputγtionγlH’pectroscopyHofHxγrgeH’ystemsHinH’olutionfH“heHpr“nW}oyHγndH“pUpr“nW}oyH
mpproγchVH2013THeTHZXaZUcY 41

198 “heHγnomericHeffectHonHtheHπγsisHofHnγturγlHπondHorπitγlHγnγlysisVH2013THYYTHZddaUeX 62

197 oonformγtionγlHγnγlysisHγndHintrγmoleculγrHinterγctionsHinHγminofluoroπenzoicHγcidsVH2013THYYcTHYbaeUb] 10

196 rγstHpomγinHpecompositionHmlgorithmHforHoontinuumH’olvγtionHyodelsfHqnergyHγndHrirstH
perivγtivesVH2013THeTH[b[cU]d 64

195 yechγnismHelucidγtionHofHtheHcisUtrγnsHisomerizγtionHofHγnHγzoleHrutheniumUnitrosylHcomplexHγndH
itsHosmiumHcounterpγrtVH2013THaZTHbZbXUcZ 23

194 oirculγrHdichroismHγndHopticγlHrotγtionHofHlγctγmideHγndHZUγminopropγnolHinHγqueousHsolutionVH2013
THYYcTHaY[bU]c 15

193 yodelingHoptoUelectronicHpropertiesHofHγHdyeHmoleculeHinHproximityHofHγHsemiconductorH
nγnopγrticleVH2013THY[eTHXZ]YXa 13

192 srγdientHyodelsHinHyoleculγrHniophysicsfH}rogressTHohγllengesTH{pportunitiesVH2013THZZTHYbeUYd] 10

191 “heoreticγlHstudyHofHtheHelectronicHexcitγtionsHofHfreeUπγseHporphyrinUmrZHvγnHderH–γγlsHcomplexesVH
2013THY[eTHXc][X[ 3

190
“tq{Rq“uomxH’“”p H{rH“tqH’”n’“u“”qz“Hqrrqo“’H{zH“tqHRqmo“u{zHqz“tmx}uq’H{rH“tqH
mz“u{—upmz“Hyqotmzu’y’H{rH’“{nmpuzqHpqRu•m“u•q’HuzH“tqHsm’U}tm’qHmzpH–m“qRVH2013TH
YZTHYZaXYYb

13
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189 oonformγtionγlHγnγlysisHγndHintrγmoleculγrHinterγctionsHinHmonosuπstitutedHphenylπorγnesHγndH
phenylπoronicHγcidsVH2013THeTHYYZcU[] 6

188 oomputerH’imulγtionsHofH}reπioticH’ystemsVH2014TH 5

187
qlectronicHexcitγtionHspectrγHofHmoleculesHinHsolutionHcγlculγtedHusingHtheHsymmetryUγdγptedH
clusterUconfigurγtionHinterγctionHmethodHinHtheHpolγrizγπleHcontinuumHmodelHwithHperturπγtiveH
γpproγchVH2014THY]XTHXb]YY]

10

186 yotionγlHtimescγleHpredictionsHπyHmoleculγrHdynγmicsHsimulγtionsfHcγseHstudyHusingHprolineHγndH
hydroxyprolineHsidechγinHdynγmicsVH2014THdZTHYeaUZYa 128

185 unvestigγtionHofHoxidγtionHγttγckHsitesHinHsterolsfH“hermodynγmicsHofHhydrogenHγtomHtrγnsferVH2014TH
YX[dTHZbU[Z 11

184 oHlongitudinγlHrelγxγtionHtimeHmeγsurementsHγndHpr“Usum{HzyRHcomputγtionsHforHtwoHγmmoniumH
ionsHofHγHtetrγγzγmγcrocyclicHsystemVH2014THcdTHZeeU[YX 6

183 pensityTHviscosityHγndHultrγsonicHvelocityHstudiesHofHγqueousHsolutionsHofHsodiumHsγlycilγteHγndHitsH
hydrγtionHfreeHenergyVH2014THaZTHcUYb 7

182 YkUmcetylferroceneHγminoHγcidHestersHγndHγmidesVHmHsimpleHmodelHforHpγrγllelH˛†UhelicγlHpeptidesVH
2014THcXTHZ[[XUZ[]Z 5

181 “heHgγucheHeffectHisHgovernedHπyHinternγlHhydrogenHπondHinHZUγminoUZUmethylUpropγnolVH2014TH
YXcZTHZX[UZXc 4

180 ReγctionHenthγlpiesHofH{tHπondsHsplittingUoffHinHflγvonoidsfH“heHroleHofHnonUpolγrHγndHpolγrHsolventVH
2014THYXaXTH[YU[d 44

179 †uγntumHmechγnicsWmoleculγrHmechγnicsHmodelingHofHphotoelectronHspectrγfHtheHcγrπonHYsH
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γndHpryingHofHγHolγyHyinerγlVH2016THYZXTHZ[dY[UZ[dZZ 11
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2016THZZTH[ 6

114 “heoreticγlHinvestigγtionHofHtheHsoluπilizγtionHofHo{{tUfunctionγlizedHsingleHwγllHcγrπonH
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ZeroHintervγlHlimitHperturπγtionHexpγnsionHforHtheHspectrγlHentitiesHofHtilπertU’chmidtHoperγtorsH
comπinedHwithHmostHdominγntHspectrγlHcomponentHextrγctionfHconvergenceHγndHconfirmγtiveH
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modelHforHsolvγtionVH2016THYeTH[bbU[ce 3

94 rourUcomponentHrelγtivisticHdensityHfunctionγlHtheoryHwithHtheHpolγrisγπleHcontinuumHmodelfH
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