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431 TheHmoleπulβrHζβsisHofHworkingHmeπhβnismHofHnβturβlHpolyphenoliπHβntioxiσβntsVHFoodfChemistryTH
2011THYZ^THZbbU[X_ 8.5 717

430 kntioxiσβntHzropertiesHofHzhenoliπHmompounσsdHHrUktomHversusHoleπtronHTrβnsferHweπhβnismVH
JournalfoffPhysicalfChemistryfATH2004THYXbTH]cY_U]cZZ 2.8 481

429 sronHπhelβtionHζyHtheHpowerfulHβntioxiσβntHflβvonoiσHquerπetinVHJournalfoffAgriculturalfandfFoodf
ChemistryTH2006TH^]TH_[][U^Y 5.7 320

428 StruπtureTHmonformβtionTHβnσHoleπtroniπHzropertiesHofHkpigeninTHvuteolinTHβnσHTβxifolinH
kntioxiσβntsVHkHpirstHzrinπipleHTheoretiπβlHStuσyVHJournalfoffPhysicalfChemistryfATH2004THYXbTHcZUc_ 2.8 244

427 pooσHkntioxiσβntsdHmhemiπβlHsnsightsHβtHtheHwoleπulβrHvevelVHAnnualfReviewfoffFoodfSciencefandf
TechnologyTH2016THaTH[[^U^Z 14.7 222

426 kntioxiσβntHβπtivityHofHtrβnsUresverβtrolHtowβrσHhyσroxylHβnσHhyσroperoxylHrβσiπβlsdHβHquβntumH
πhemiπβlHβnσHπomputβtionβlHkinetiπsHstuσyVHJournalfoffOrganicfChemistryTH2012THaaTH[b_bUaa 4.2 183

425 kHphysiπoπhemiπβlHexβminβtionHofHtheHfreeHrβσiπβlHsπβvengingHβπtivityHofHTroloxdHmeπhβnismTH
kinetiπsHβnσHinfluenπeHofHtheHenvironmentVHPhysicalfChemistryfChemicalfPhysicsTH2013THY^TH]_]ZU^X 3.6 154

424 lonσHenergiesHβnσHβttβπhmentsHsitesHofHsoσiumHβnσHpotβssiumHπβtionsHtoHnxkHβnσH}xkHnuπleiπHβπiσH
ζβsesHinHtheHgβsHphβseVHJournalfoffthefAmericanfChemicalfSocietyTH2001THYZ[THYXZaZUc 16.4 144

423 vkxvZnZHζβsisHsetsHreπontrβπteσHinHtheHfrβmeworkHofHσensityHfunπtionβlHtheoryVHJournalfoff
ChemicalfPhysicsTH2006THYZ^THYX]YXa 3.9 136

422 kHσensityHfunπtionβlHstuσyHofHsmβllHπopperHπlustersdHmunHPni^QVHJournalfoffChemicalfPhysicsTH1996TH
YX^THc^]_Uc^^_ 3.9 136

421 nensityHfunπtionβlHπomputβtionsHofHtheHenergetiπHβnσHspeπtrosπopiπHpβrβmetersHofHquerπetinHβnσH
itsHrβσiπβlsHinHtheHgβsHphβseHβnσHinHsolventVHTheoreticalfChemistryfAccountsTH2004THYYYTHZYXUZY_ 1.9 135

420 TheoretiπβlHσeterminβtionHofHeleπtronHβffinityHβnσHionizβtionHpotentiβlHofHnxkHβnσH}xkHζβsesVH
JournalfoffComputationalfChemistryTH2000THZYTHYZ][UYZ^X 3.5 126

419 SemiempiriπβlHmoleπulβrHmoσelingHintoHquerπetinHreβπtiveHsitedHstruπturβlTHπonformβtionβlTHβnσH
eleπtroniπHfeβturesVHJournalfoffAgriculturalfandfFoodfChemistryTH2000TH]bTH[Z[ZUa 5.7 122

418
zrotonβtionHofHthymineTHπytosineTHβσenineTHβnσHguβnineHnxkHnuπleiπHβπiσHζβsesdHTheoretiπβlH
investigβtionHintoHtheHfrβmeworkHofHσensityHfunπtionβlHtheoryVHJournalfoffComputationalfChemistryTH
1998THYcTHcbcUYXXX

3.5 116

417 snterβπtionHofHπysteineHwithHmuZSHβnσHgroupHssζHPZnZSTHmσZSTHrgZSQHmetβlHπβtionsdHβHtheoretiπβlH
stuσyVHJournalfoffMassfSpectrometryTH2005TH]XTH[XXU_ 2.2 111

416 qβsUphβseHmetβlHionHPviSTHxβSTHmuSQHβffinitiesHofHglyπineHβnσHβlβnineVHJournalfoffInorganicf
BiochemistryTH2000THacTHYacUb^ 4.2 107

415 TheoretiπβlHStuσyHofHTwoUStβteH}eβπtivityHofHTrβnsitionHwetβlHmβtionsdHHTheHâ��niffiπultâ��HmβseHofHsronH
sonHsnterβπtingHwithH•βterTHkmmoniβTHβnσHwethβneVHJournalfoffPhysicalfChemistryfATH2004THYXbTHYX_cUYXbY2.8 106
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414 SpeπtrosπopiπHpropertiesHofHporphyrinUlikeHphotosensitizersdHinsightsHfromHtheoryVHJournalfoff
PhysicalfChemistryfBTH2006THYYXTHZ[cbU]X] 3.4 104

413 }βσiπβlHsπβvengingHβζilityHofHgβlliπHβπiσHtowβrσHyrHβnσHyyrHrβσiπβlsVH}eβπtionHmeπhβnismHβnσHrβteH
πonstβntsHfromHtheHσensityHfunπtionβlHtheoryVHJournalfoffPhysicalfChemistryfBTH2014THYYbTHYX[bXUc 3.4 101

412 ynHtheHhyσrolysisHmeπhβnismHofHtheHseπonσUgenerβtionHβntiπβnπerHσrugHπβrζoplβtinVHChemistryftfAf
EuropeanfJournalTH2007THY[THYXYXbUY_ 4.8 101

411 qβsHβnσHliquiσHphβseHβπiσityHofHnβturβlHβntioxiσβntsVHJournalfoffAgriculturalfandfFoodfChemistryTH
2006TH^]TH[XabUb^ 5.7 100

410 snterβπtionHofHviSTHxβSTHβnσHuSHwithHtheHzrolineHkminoHkπiσVHmomplexβtionHwoσesTHzotentiβlHonergyH
zrofilesTHβnσHwetβlHsonHkffinitiesVHJournalfoffPhysicalfChemistryfBTH2003THYXaTHZ^bbUZ^c] 3.4 98

409
StruπturβlHβnσHeleπtroniπHπhβrβπterizβtionHofHtheHπomplexesHoζtβineσHζyHtheHinterβπtionHζetweenH
ζβreHβnσHhyσrβteσHfirstUrowHtrβnsitionUmetβlHionsHPwnPZSQTHpePZSQTHmoPZSQTHxiPZSQTHmuPZSQTHZnPZSQQH
βnσHglyπineVHJournalfoffPhysicalfChemistryfBTH2006THYYXTHZ]___Ua[

3.4 97

408 vithiumHkffinityHforHnxkHβnσH}xkHxuπleoζβsesVHTheH}oleHofHTheoretiπβlHsnformβtionHinHtheH
oluπiσβtionHofHtheHwβssHSpeπtrometryHnβtβVHJournalfoffPhysicalfChemistryfBTH2001THYX^TH]a[^U]a]Y 3.4 95

407 StruπturesHβnσHeleπtroniπHβζsorptionHspeπtrβHofHβHreπentlyHsynthesiseσHπlβssHofHphotoσynβmiπH
therβpyHβgentsVHChemistryftfAfEuropeanfJournalTH2006THYZTH_acaUbX[ 4.8 94

406 TheHseπonσUgenerβtionHβntiπβnπerHσrugHxeσβplβtindHβHtheoretiπβlHinvestigβtionHonHtheHhyσrolysisH
meπhβnismVHJournalfoffPhysicalfChemistryfBTH2009THYY[THY]]a[Uc 3.4 90

405 }eβπtionHofHSmSPYnT[nQHwithHrZyTHxr[THβnσHmr]dHβHσensityHfunπtionβlHstuσyVHJournalfoffthef
AmericanfChemicalfSocietyTH2001THYZ[THZ^bbUc_ 16.4 90

404 zyrβnoβnthoπyβninsdHβHtheoretiπβlHinvestigβtionHonHtheirHβntioxiσβntHβπtivityVHJournalfoffAgriculturalf
andfFoodfChemistryTH2010TH^bTHbb_ZUaY 5.7 89

403 TheoretiπβlHstuσyHofHβmmoniβHβnσHmethβneHβπtivβtionHζyHfirstUrowHtrβnsitionHmetβlHπβtionsHwPSQHPwH
gHTiTH”THmrQVHJournalfoffthefAmericanfChemicalfSocietyTH2002THYZ]THY]aYUbX 16.4 89

402 nensityUpunπtionβlHkpproβπhHtoHrβrσnessHovβluβtionHβnσHstsH“seHinHtheHStuσyHofHtheHwβximumH
rβrσnessHzrinπipleVHJournalfoffthefAmericanfChemicalfSocietyTH1998THYZXTHcX^[UcX^b 16.4 87

401 yslZHβnσH}ulZTHultrβUinπompressiζleTHhβrσHmβteriβlsdHpirstUprinπiplesHeleπtroniπHstruπtureH
πβlπulβtionsVHChemicalfPhysicsfLettersTH2006TH]Z^TH[YYU[Y] 2.5 86

400 netβileσHsnvestigβtionHofHtheHyrH}βσiπβlH{uenπhingHζyHxβturβlHkntioxiσβntHmβffeiπHkπiσHStuσieσHζyH
{uβntumHweπhβniπβlHwoσelsVHJournalfoffChemicalfTheoryfandfComputationTH2011THaTH]ZYbU[[ 6.4 85

399 TheHinβπtivβtionHofHlipiσHperoxiσeHrβσiπβlHζyHquerπetinVHkHtheoretiπβlHinsightVHPhysicalfChemistryf
ChemicalfPhysicsTH2010THYZTHa__ZUaX 3.6 83

398 kζoutHtheHwullikenHeleπtronegβtivityHinHnpTVHTheoreticalfChemistryfAccountsTH2005THYY]TH[bU]^ 1.9 81

397 kζsorptionHspeπtrβHofHfirstUrowHtrβnsitionHmetβlHπomplexesHofHζβπterioπhlorinsdHβHtheoretiπβlH
βnβlysisVHJournalfoffPhysicalfChemistryfBTH2005THYXcTHYZZY]UZY 3.4 74
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396 kHπomζineσHtheoretiπβlHβnσHexperimentβlHstuσyHonHtheHoxiσβtionHofHfulviπHβπiσHζyHtheHsulfβteHrβσiπβlH
βnionVHPhotochemicalfandfPhotobiologicalfSciencesTH2009THbTHccZUa 4.2 72

395 kHmoleπulβrHsimulβtionHstuσyHonHgβsHσiffusionHinHβHσenseHpolyPetherâ��etherâ��ketoneQHmemζrβneVH
PolymerTH2001TH]ZTH^ZYU^[[ 3.9 71

394 zrotonHkffinityHβnσHzrotonβtionHSitesHofHknilineVHonergetiπHlehβviorHβnσHnensityHpunπtionβlH
}eβπtivityHsnσiπesVHJournalfoffPhysicalfChemistryfATH2000THYX]TH]XYaU]XZY 2.8 70

393 xeutrβlHβnσHβπiσiπHhyσrolysisHreβπtionsHofHtheHthirσHgenerβtionHβntiπβnπerHσrugHoxβliplβtinVHJournalf
offPhysicalfChemistryfBTH2009THYY[THb[YUb 3.4 69

392 kHπompβrβtiveHstuσyHofHtheHπβtβlytiπHmeπhβnismsHofHtheHzinπHβnσHπβσmiumHπontβiningHπβrζoniπH
βnhyσrβseVHJournalfoffthefAmericanfChemicalfSocietyTH2005THYZaTH]Z]ZU^[ 16.4 69

391 pukuiHsnσiπesHfromHzerturζeσHuohnâ��ShβmHyrζitβlsHβnσH}egionβlHSoftnessHfromHwβyerHktomiπH
”βlenπesVHJournalfoffPhysicalfChemistryfATH2001THYX^THYc^cUYc_a 2.8 69

390 qβsUphβseHπhemistryHofHβπtiniσesHionsdHnewHinsightsHintoHtheHreβπtionHofH“ySHβnσH“yZSHwithHwβterVH
JournalfoffthefAmericanfChemicalfSocietyTH2007THYZcTH]ZZcU[c 16.4 67

389 qβsUzhβseHkζsoluteHmβZSHβnσHwgZSHkffinityHforHxuπleiπHkπiσHlβsesVHkHTheoretiπβlHneterminβtionVH
JournalfoffPhysicalfChemistryfATH2003THYXaTHYY^[[UYY^[b 2.8 64

388 weπhβnismHofHnitrβteHreσuπtionHζyHnesulfoviζrioHσesulfuriπβnsHnitrβteHreσuπtβseUUβHtheoretiπβlH
investigβtionVHChemistryftfAfEuropeanfJournalTH2006THYZTHZ^[ZU]Y 4.8 63

387 TopologiπβlHknβlysisHofHtheH}eβπtionHofHwnSHPaST^SQHwithHrZyTHxr[THβnσHmr]HwoleπulesVHJournalfoff
PhysicalfChemistryfATH2003THYXaTH]b_ZU]b_b 2.8 62

386 zotentiβlHenergyHsurfβπesHforHtheHgβsUphβseHinterβπtionHζetweenHβlphβUβlβnineHβnσHβlkβliHmetβlHsonsH
PviSTHxβSTHuSQVHkHσensityHfunπtionβlHstuσyVHInorganicfChemistryTH2001TH]XTH_][cU][ 5.1 62

385 kntioxiσβntHpropertiesHofHseverβlHπoumβrinâ��πhβlπoneHhyζriσsHfromHtheoretiπβlHinsightsVHRSCf
AdvancesTH2015TH^TH^_^U^a^ 3.7 61

384 TheoretiπβlHβnσHexperimentβlHinvestigβtionHonHtheHoxiσβtionHofHgβlliπHβπiσHζyHsulfβteHrβσiπβlHβnionsVH
JournalfoffPhysicalfChemistryfATH2008THYYZTHYYbbUc] 2.8 60

383 ynHtheHhβrσnessHevβluβtionHinHsolventHforHneutrβlHβnσHπhβrgeσHsystemsVHJournalfoffthefAmericanf
ChemicalfSocietyTH2002THYZ]THY]c]Uc 16.4 60

382 StruπturβlHβnσHoleπtroniπHmhβrβπterizβtionHofHkntioxiσβntsHfromHwβrineHyrgβnismsVHTheoreticalf
ChemistryfAccountsTH2006THYY^TH[_YU[_c 1.9 59

381 zeptiσeHhyσrolysisHζyHtheHζinuπleβrHzinπHenzymeHβminopeptiσβseHfromHkeromonβsHproteolytiπβdHβH
σensityHfunπtionβlHtheoryHstuσyVHJournalfoffPhysicalfChemistryfBTH2008THYYZTHZ]c]U^XX 3.4 58

380
Spinâ��yrζitHmhβrgeH}eπomζinβtionHsntersystemHmrossingHinHzhenothiβzineâ��knthrβπeneHmompβπtH
nyβσsdHoffeπtHofHwoleπulβrHmonformβtionHonHoleπtroniπHmouplingTHoleπtroniπHTrβnsitionsTHβnσH
oleπtronHSpinHzolβrizβtionsHofHtheHTripletHStβtesVHJournalfoffPhysicalfChemistryfCTH2018THYZZTHZab^XUZab_^

3.8 56

379 •hiπhHoneHβmongHZnPssQTHmoPssQTHwnPssQTHβnσHpePssQHisHtheHmostHeffiπientHionHforHtheHmethionineH
βminopeptiσβseHπβtβlyzeσHreβπtioniVHJournalfoffthefAmericanfChemicalfSocietyTH2007THYZcTHaaa_Ub] 16.4 55
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378 nensityHfunπtionβlHβpproβπhHtoHtheHstruπturesHβnσHoz}HpβrβmetersHofHopenHshellHsystemsVHTheHπβseH
ofHfluorovinylHrβσiπβlsVHChemicalfPhysicsfLettersTH1993THZYZTH^UYY 2.5 54

377 onzymβtiπHplexiζilityHβnσH}eβπtionH}βtedHkH{wWwwHStuσyHofHrs”UYHzroteβseVHACSfCatalysisTH2015TH^TH^_YaU^_Z_13.1 53

376 ynHtheHβppliπβζilityHofHtheHrSklHprinπipleHthroughHtheHuseHofHimproveσHπomputβtionβlHsπhemesHforH
πhemiπβlHhβrσnessHevβluβtionVHJournalfoffComputationalfChemistryTH2004THZ^THcc]UYXX[ 3.5 53

375 ktomiπH}βσiiHSπβleHβnσH}elβteσHSizeHzropertiesHfromHnensityHpunπtionβlHoleπtronegβtivityH
pormulβtionVHJournalfoffPhysicalfChemistryfATH2003THYXaTH^]_YU^]_^ 2.8 53

374 rumβnHinsulinUσegrβσingHenzymeHworkingHmeπhβnismVHJournalfoffthefAmericanfChemicalfSocietyTH
2009THY[YTHY]bX]UYY 16.4 52

373
ynHtheHinhiζitorHeffeπtsHofHζergβmotHjuiπeHflβvonoiσsHζinσingHtoHtheH
[UhyσroxyU[UmethylglutβrylUmokHreσuπtβseHPrwq}QHenzymeVHJournalfoffAgriculturalfandfFoodf
ChemistryTH2010TH^bTHYXa_bUa[

5.7 51

372 “nσerstβnσingHzinπPssQHπhelβtionHwithHquerπetinHβnσHluteolindHβHπomζineσHxw}HβnσHtheoretiπβlH
stuσyVHJournalfoffPhysicalfChemistryfBTH2015THYYcTHb[Uc^ 3.4 50

371 qenerβlHtrenσsHinHtheHmoleπulβrHphysiπsHofHβzβζiphenylsVHMolecularfPhysicsTH1983TH]cTH^ccU_Yc 1.7 50

370
qβsUphβseHreβπtionsHofHtheHζβreHThZSHβnσH“ZSHionsHwithHsmβllHβlkβnesTHmr]THmZr_THβnσHm[rbdH
experimentβlHβnσHtheoretiπβlHstuσyHofHelementβryHorgβnoβπtiniσeHπhemistryVHJournalfoffthef
AmericanfChemicalfSocietyTH2011THY[[THYc^^UaX

16.4 49

369
”[dHStruπtureHβnσHviζrβtionsHfromHσensityHfunπtionβlHtheoryTHprβnπkâ��monσonHfβπtorsTHβnσHtheH
pulseσUfielσHionizβtionHzeroUeleπtronUkinetiπHenergyHspeπtrumVHJournalfoffChemicalfPhysicsTH2001TH
YY]TH]X[_U]X]]

3.9 49

368 xewlyHσevelopeσHζβsisHsetsHforHσensityHfunπtionβlHπβlπulβtionsVHJournalfoffComputationalfChemistryTH
2005THZ_THYa^Ub] 3.5 48

367
pirstUprinπipleHtimeUσepenσentHstuσyHofHmβgnesiumUπontβiningHporphyrinUlikeHπompounσsH
potentiβllyHusefulHforHtheirHβppliπβtionHinHphotoσynβmiπHtherβpyVHJournalfoffPhysicalfChemistryfBTH
2008THYYZTH]YZ[U[X

3.4 47

366 nensityHfunπtionβlHstuσyHofHtheHβntioxiσβntHβπtivityHofHsomeHreπentlyHsynthesizeσHresverβtrolH
βnβloguesVHFoodfChemistryTH2013THY]YTHZXYaUZ] 8.5 46

365 mβtβlytiπHmeπhβnismHofHtheHβrylsulfβtβseHpromisπuousHenzymeHfromHzseuσomonβsHβeruginosβVH
ChemistryftfAfEuropeanfJournalTH2013THYcTHZYb^UcZ 4.8 46

364
•hiπhHoneHβmongHtheHztUπontβiningHβntiπβnπerHσrugsHmoreHeβsilyHformsHmonoβσσuπtsHwithHqHβnσHkH
nxkHζβsesiHkHπompβrβtiveHstuσyHβmongHoxβliplβtinTHneσβplβtinTHβnσHπβrζoplβtinVHInorganicf
ChemistryTH2011TH^XTH_c_^UaY

5.1 46

363 kHmomputβtionβlHStuσyHPTnnpTHβnσH}smmZQHofHtheHoleπtroniπHSpeπtrβHofHzyrβnoβnthoπyβninsHinHtheH
qβsHzhβseHβnσHSolutionVHJournalfoffChemicalfTheoryfandfComputationTH2011THaTHYXa[UbY 6.4 46

362 qβsUphβseHtheoretiπβlHpreσiπtionHofHtheHmetβlHβffinityHofHπopperPsQHionHforHnxkHβnσH}xkHζβsesVH
JournalfoffMassfSpectrometryTH2003TH[bTHZ_^UaX 2.2 46

361 TheoretiπβlHneterminβtionHofHoleπtroniπHSpeπtrβHβnσHsntersystemHSpinUyrζitHmouplingdHTheHmβseHofH
ssoinσoleUlynsz—HnyesVHJournalfoffChemicalfTheoryfandfComputationTH2014THYXTH]XX_UY[ 6.4 45
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360 mβtβlytiπHβπtivityHofHβH˛¶UπlβssHzinπHβnσHπβσmiumHπontβiningHπβrζoniπHβnhyσrβseVHmompβreσHworkH
meπhβnismsVHPhysicalfChemistryfChemicalfPhysicsTH2011THY[TH[]_bUaa 3.6 45

359 wethβneHmâ��rHlonσHkπtivβtionHζyHqβsUzhβseHThSHβnσH“SdH}eβπtionHweπhβnismsHβnσHlonσingH
knβlysisVHOrganometallicsTH2009THZbTH[aY_U[aZ_ 3.8 45

358 SpeπtrophotometriπHstuσyHofHtheHπopigmentβtionHofHmβlviσinH[UyUgluπosiσeHwithHpUπoumβriπTH
vβnilliπHβnσHsyringiπHβπiσsVHFoodfChemistryTH2013THY]YTH[_Y]UZX 8.5 44

357 kHπompβrβtiveHstuσyHofHtheHβntioxiσβntHpowerHofHflβvonoiσHπβteπhinHβnσHitsHplβnβrHβnβlogueVH
JournalfoffAgriculturalfandfFoodfChemistryTH2007TH^^THac]]Uc 5.7 44

356
SpinUyrζitHmhβrgeUTrβnsferHsntersystemHmrossingHPsSmQHinHmompβπtHoleπtronHnonorUkππeptorHnyβσsdH
sSmHweπhβnismHβnσHkppliπβtionHβsHxovelHβnσHzotentHzhotoσynβmiπHTherβpyH}eβgentsVHChemistryftfAf
EuropeanfJournalTH2020THZ_THYXcYUYYXZ

4.8 44

355 }eβπtionHmeπhβnismHofHmolyζσoenzymeHformβteHσehyσrogenβseVHChemistryftfAfEuropeanfJournalTH
2008THY]THb_a]UbY 4.8 43

354 snsertionH}eβπtionHofHwnSHlβreHwetβlHmβtionHintoHtheHxâ��rHβnσHmâ��rHlonσsHofHkmmoniβHβnσH
wethβneVHJournalfoffPhysicalfChemistryfATH2002THYX_THbc[aUbc]] 2.8 43

353 rβlogenHβtomHeffeπtHonHtheHphotophysiπβlHpropertiesHofHsuζstituteσHβzβUlynsz—HσerivβtivesVH
PhysicalfChemistryfChemicalfPhysicsTH2017THYcTHZ^[XUZ^[_ 3.6 42

352 TheHπβtβlytiπHmeπhβnismHofHproteinHphosphβtβseH^HestβζlisheσHζyHnpTHπβlπulβtionsVHChemistryftfAf
EuropeanfJournalTH2013THYcTHY]XbYUc 4.8 42

351 TheHheβvyHβtomHeffeπtHonHZnPiiQHphthβloπyβnineHσerivβtivesdHβHtheoretiπβlHexplorβtionHofHtheH
photophysiπβlHpropertiesVHPhysicalfChemistryfChemicalfPhysicsTH2015THYaTHZ[^c^U_XY 3.6 41

350 TopologiπβlHβnβlysisHofHtheHreβπtionHofHurβniumHionsHP“STH“ZSQHwithHxZyHinHtheHgβsHphβseVHJournalfoff
PhysicalfChemistryfATH2008THYYZTHYZc__Ua] 2.8 41

349 TheoretiπβlHoxplorβtionHofHTypeHsWTypeHssHnuβlHzhotoreβπtivityHofHzromisingH}uPssQHnyβσsHforHznTH
kpproβπhVHInorganicfChemistryTH2016TH^^THYYYb^UYYYcZ 5.1 40

348 TheHroleHofHglutβthioneHinHπβσmiumHionHσetoxifiπβtiondHπoorσinβtionHmoσesHβnσHζinσingH
propertiesUUβHσensityHfunπtionβlHstuσyVHJournalfoffInorganicfBiochemistryTH2009THYX[TH^XUa 4.2 40

347 ynHtheHzotentiβlH“seHofHSquβrβineHnerivβtivesHβsHzhotosensitizersHinHzhotoσynβmiπHTherβpydHkH
TnnpTHβnσH}smmZHSurveyVHJournalfoffChemicalfTheoryfandfComputationTH2009TH^THYb]cU^a 6.4 40

346
TheHpreferreσHreβπtionHpβthHforHtheHoxiσβtionHofHmethβnolHζyHz{{UπontβiningHmethβnolH
σehyσrogenβsedHβσσitionUeliminβtionHversusHhyσriσeUtrβnsferHmeπhβnismVHChemistryftfAfEuropeanf
JournalTH2007THY[THZYXcUYa

4.8 40

345 woσelHpotentiβlHforHksHβnσHvmqTyHwzHvSnHπβlπulβtionHofHgeometryTHeleπtroniπHstruπtureHβnσH
photoeleπtronHspeπtrβHforHksZHβnσHks]VHChemicalfPhysicsfLettersTH1987THY]ZTHY_cUYa] 2.5 40

344 romogeneousHqolσHmβtβlysisdHryσrβtionHofHYTZUniphenylβπetyleneHwithHwethβnolHinHkqueousH
weσiβVHkHTheoretiπβlH”iewpointVHOrganometallicsTH2012TH[YTH[Xa]U[XbX 3.8 39

343 morrelβtionHζetweenHonergyTHzolβrizβζilityTHβnσHrβrσnessHzrofilesHinHtheHssomerizβtionH}eβπtionHofH
rxyHβnσHmlxyVHJournalfoffPhysicalfChemistryfATH2001THYX^TH]]ZU]^X 2.8 39
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342 zrotonβtionHofHglyπineHβnσHβlβninedHprotonHβffinitiesTHintrinsiπHζβsiπitiesHβnσHprotonHtrβnsferHpβthVH
ComputationalfandfTheoreticalfChemistryTH1998TH][XTH]YU]c 38

341 ryσrβtionHofHioniπHspeπiesHstuσieσHζyHtheHreferenπeHinterβπtionHsiteHmoσelHwithHβHrepulsiveHζriσgeH
πorreπtionVHJournalfoffComputationalfChemistryTH2008THZcTHZ]X_UY^ 3.5 38

340 qβsUphβseHinterβπtionHζetweenHnxkHβnσH}xkHζβsesHβnσHπopperHPssQHiondHkHσensityHfunπtionβlHstuσyVH
InternationalfJournalfoffQuantumfChemistryTH2004THcbTH[]aU[^] 2.1 38

339 TheHmutuβlHinfluenπeHofHnonUπovβlentHinterβπtionsHinHpiUeleπtronHσefiπientHπβvitiesdHtheHπβseHofHβnionH
reπognitionHζyHtetrβoxβπβlix®Zøβrene®ZøtriβzineVHChemicalfCommunicationsTH2010TH]_TH^bc]U_ 5.8 37

338 TheHσegrβσβtionHpβthwβysHinHπhloriσeHmeσiumHofHtheHthirσHgenerβtionHβntiπβnπerHσrugHoxβliplβtinVH
JournalfoffPhysicalfChemistryfBTH2008THYYZTHYXa_^Ub 3.4 37

337 znTUπorrelβteσHphotophysiπβlHpropertiesHofHthienopyrroleHlynsz—HσerivβtivesVHTheoretiπβlHinsightsVH
DyesfandfPigmentsTH2016THY[XTHcUY^ 4.6 37

336 zhotophysiπβlHpropertiesHofHfreeHβnσHmetβllβteσHmesoUsuζstituteσHtetrβζenzotriβzβporphyrinHfromH
σensityHfunπtionβlHtheoryHinvestigβtionVHDyesfandfPigmentsTH2015THYZXTH[[^U[[c 4.6 36

335
nensityHfunπtionβlHpreσiπtionsHofHβntioxiσβntHβπtivityHβnσH“”HspeπtrβlHfeβturesHofHnβsutinHkTH
isonβsutinTHellβgiπHβπiσTHβnσHoneHofHitsHpossiζleHσerivβtivesVHJournalfoffAgriculturalfandfFoodf
ChemistryTH2013TH_YTHc_^XUa

5.7 36

334 ynHtheHztPSQHβnσH}hPSQHmβtβlytiπHkπtivityHinHtheHxitrousHyxiσeH}eσuπtionHζyHmβrζonHwonoxiσeVH
JournalfoffChemicalfTheoryfandfComputationTH2008TH]THYbb_UcX 6.4 36

333 TheHroleHofHquβntumHπhemistryHinHtheHeluπiσβtionHofHtheHelementβryHmeπhβnismsHofHπβtβlytiπH
proπessesdHfromHβtomsTHtoHsurfβπesTHtoHenzymesVHTheoreticalfChemistryfAccountsTH2007THYYaTHa_^Uaac 1.9 36

332 snterβπtionHofHmuPSQHβnσHmuPZSQHionsHwithHβlphβUβlβnineVHkHσensityHfunπtionβlHstuσyVHJournalfoffMassf
SpectrometryTH2002TH[aTHab_UcY 2.2 36

331 snterβπtionHofHmyHwithHzσkuPYYYQHβnσHzσkuPYXXQHlimetβlliπHSurfβπesdHHkHTheoretiπβlHmlusterHwoσelH
StuσyVHJournalfoffPhysicalfChemistryfCTH2008THYYZTH_Xa[U_XbY 3.8 35

330 rowHπβnHurβniumHionsHP“STH“ZSQHβπtivβteHtheHyUrHζonσHofHwβterHinHtheHgβsHphβseiVHAngewandtef
ChemieftfInternationalfEditionTH2006TH]^THYXc^Uc 16.4 35

329 kζUinitioHmeπhβnistiπHstuσiesHofHrβσiπβlHreβπtionsVHnireπtiveHeffeπtsHinHtheHβσσitionHofHmethylHrβσiπβlH
toHunsymmetriπβlHfluoroethenesVHJournalfoffthefChemicalfSocietyfPerkinfTransactionsfIITH1986THY^YaUY^Z] 35

328 kntioxiσβntHpropertiesHπompβrβtiveHstuσyHofHnβturβlHhyσroxyπinnβmiπHβπiσsHβnσHstruπturβllyH
moσifieσHσerivβtivesdHmomputβtionβlHinsightsVHComputationalfandfTheoreticalfChemistryTH2016THYXaaTH[cU]a2 34

327 zhotophysiπβlHoriginHofHtheHreσuπeσHphotoσynβmiπHtherβpyHβπtivityHofHtemoπeneHπompβreσHtoH
posπβn´fidHinsightsHfromHtheoryVHPhysicalfChemistryfChemicalfPhysicsTH2013THY^THY_Y_aUaY 3.6 34

326
wetβlHktomHoffeπtHonHtheHzhotophysiπβlHzropertiesHofHwgPssQTHZnPssQTHmσPssQTHβnσHzσPssQH
TetrβphenylporphyrinHmomplexesHzroposeσHβsHzossiζleHnrugsHinHzhotoσynβmiπHTherβpyVHMoleculesTH
2017THZZTH

4.8 34

325 TheoretiπβlHstuσyHofHsilverUionUmeσiβteσHζβseHpβirsdHtheHπβseHofHmUkgUmHβnσHmUkgUkHsystemsVHJournalf
offPhysicalfChemistryfATH2015THYYcTH^Y^[Ua 2.8 34
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324 kζsorptionHSpeπtrβHofHtheHzotentiβlHzhotoσynβmiπHTherβpyHzhotosensitizersHTexβphyrinsH
momplexesdHHkHTheoretiπβlHknβlysisVHJournalfoffChemicalfTheoryfandfComputationTH2007TH[THb_XUc 6.4 34

323 nensityHfunπtionβlHstuσyHofHβmmoniβHβπtivβtionHζyHlβteHfirstUrowHtrβnsitionHmetβlHπβtionsVHInorganicf
ChemistryTH2004TH][TH]c]]U^Z 5.1 34

322 TheoretiπβlHπβlπulβtionsHofHglyπineHβnσHβlβnineHgβsUphβseHβπiσitiesVHJournalfoffthefAmericanfSocietyf
forfMassfSpectrometryTH1999THYXTH[YbUZZ 3.5 34

321 lreβkingHtheHζβrrierdHβnHosmiumHphotosensitizerHwithHunpreπeσenteσHhypoxiπHphototoxiπityHforHreβlH
worlσHphotoσynβmiπHtherβpyVHChemicalfScienceTH2020THYYTHcab]UcbX_ 9.4 34

320 snsightsHintoHtheHπoorσinβtionHmoσeHofHquerπetinHwithHtheHklPsssQHionHfromHβHπomζineσHexperimentβlH
βnσHtheoretiπβlHstuσyVHDaltonfTransactionsTH2014TH][THaZ_cUa] 4.3 33

319 ryσrβtionHofHgβsUphβseHytterζiumHionHπomplexesHstuσieσHζyHexperimentHβnσHtheoryVHTheoreticalf
ChemistryfAccountsTH2011THYZcTH^a^U^cZ 1.9 33

318 kHproposβlHforHmitoπhonσriβlHproπessingHpeptiσβseHπβtβlytiπHmeπhβnismVHJournalfoffthefAmericanf
ChemicalfSocietyTH2011THY[[THYabZ]U[Y 16.4 33

317 monformβtionβlHζehβviourHofHisomeriπHζithienylsVHknHβζHinitioHstuσyVHJournalfoffthefChemicalfSocietyf
PerkinfTransactionsfIITH1986THcXa 33

316 lTxUmoσopeσHgrβpheneHβsHπβtβlystHforHtheHoxygenHreσuπtionHreβπtiondHsnsightsHfromHperioσiπHβnσH
πlusterHnpTHπβlπulβtionsVHJournalfoffComputationalfChemistryTH2018TH[cTH_[aU_]a 3.5 32

315 moumβrinUmhβlπoneHryζriσsHβsHzeroxylH}βσiπβlHSπβvengersdHuinetiπsHβnσHweπhβnismsVHJournalfoff
ChemicalfInformationfandfModelingTH2016TH^_TH__ZUaX 6.1 32

314 ktomistiπHσetβilsHofHtheHmβtβlytiπHweπhβnismHofHpePsssQUZnPssQHzurpleHkπiσHzhosphβtβseVHJournalfoff
ChemicalfTheoryfandfComputationTH2010TH_THZ]Z]U[[ 6.4 32

313 weπhβnistiπHinvestigβtionHofHtheHhyσrogenβtionHofHyPZQHζyHβHtrβnsferHhyσrogenβtionHπβtβlystVH
JournalfoffthefAmericanfChemicalfSocietyTH2010THY[ZTH]YabUcX 16.4 32

312 kHquβsilineβrH}sSwHβpproβπhHforHtheHπomputβtionHofHsolvβtionHfreeHenergyHofHioniπHspeπiesVHChemicalf
PhysicsfLettersTH2006TH]YbTH]b^U]bc 2.5 32

311 ynHtheHinterβπtionHζetweenHmβngβneseHπβtionHPwnZSQHβnσHtheHnuπleiπHβπiσHζβsesHPTTH“THmTHkTHqQHinH
theHgβsHphβseVHInternationalfJournalfoffQuantumfChemistryTH2002THcXTHcX[UcXc 2.1 32

310 yxiσβtionHofHothylζenzeneHtoHkπetophenoneHwithHxUnopeσHqrβphenedHsnsightHfromHTheoryVHJournalf
offPhysicalfChemistryfCTH2014THYYbTHYZZa^UYZZb] 3.8 31

309 mβnHhumβnHproliσβseHenzymeHuseHσifferentHmetβlsHforHfullHπβtβlytiπHβπtivityiVHInorganicfChemistryTH
2011TH^XTH[[c]U]X[ 5.1 31

308 npTHspinâ��orζitHπouplingHζetweenHsingletHβnσHtripletHexπiteσHstβtesdHkHπβseHofHpsorβlenHπompounσsVH
ChemicalfPhysicsfLettersTH2010TH]cXTHcXUc_ 2.5 31

307 ynHtheHoriginHofHtheHσifferentHperformβnπeHofHironHβnσHmβngβneseHmonoπβtionsHinHπβtβlyzingHtheH
nitrousHoxiσeHreσuπtionHζyHπβrζonHoxiσeVHInorganicfChemistryTH2007TH]_THa]bcUc[ 5.1 31
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306 mhemisorptionHofHβtomiπHβnσHmoleπulβrHoxygenHonHtheHPYXXQHsurfβπeHofHsiliπoneHβHtheoretiπβlHstuσyVH
SurfacefScienceTH1985THY_ZTHZ[XUZ[b 1.8 31

305
snvestigβtionHofHtheHhostUguestHπomplexβtionHζetweenH]Usulfoπβlix®]øβreneHβnσHneσβplβtinHforH
potentiβlHuseHinHσrugHσeliveryVHSpectrochimicafActaftfPartfA:fMolecularfandfBiomolecularfSpectroscopy
TH2018THYc[TH^ZbU^[_

4.4 30

304 oleπtroniπHspeπtrβHβnσHintersystemHspinUorζitHπouplingHinHYTZUHβnσHYT[UsquβrβinesVHJournalfoff
ComputationalfChemistryTH2014TH[^THZYXaUY[ 3.5 30

303 oviσenπeHforHtheHformβtionHofHβHwoUrHintermeσiβteHinHtheHπβtβlytiπHπyπleHofHformβteH
σehyσrogenβseVHInorganicfChemistryTH2012TH^YTHb[[YUc 5.1 30

302 }heniumPs”QHπompounσsHinσuπingHβpoptosisHinHπβnπerHπellsVHChemicalfCommunicationsTH2011TH]aTH^Zb[U^ 5.8 30

301 weπhβnistiπHβspeπtsHofHtheHreβπtionHofHThSHβnσHThZSHwithHwβterHinHtheHgβsHphβseVHInorganicf
ChemistryTH2008TH]aTHZXb[Ub 5.1 30

300 wethβneHβπtivβtionHζyHπhromiumHoxiσeHπβtionsHinHtheHgβsHphβsedHβHtheoretiπβlHstuσyVHJournalfoff
ComputationalfChemistryTH2006THZaTHYa]Uba 3.5 30

299 oxperimentβlHβnσHtheoretiπβlHβpproβπhHtoHtheHeleπtroniπHstruπtureHβnσHtheHmoleπulβrHπonformβtionH
ofHβzβζiphenylsVHkssymetriπHζipyriσinesVHChemicalfPhysicsTH1985THc_TH][^U]]^ 2.3 30

298 momplexβtionHζehβviourHofHπβffeiπTHferuliπHβnσHpUπoumβriπHβπiσsHtowβrσsHβluminiumHπβtionsdHβH
πomζineσHexperimentβlHβnσHtheoretiπβlHβpproβπhVHNewfJournalfoffChemistryTH2017TH]YTH^YbZU^YcX 3.6 29

297 rowHmβnHwethβnolHnehyσrogenβseHfromHwethylβπiσiphilumHfumβrioliπumH•orkHwithHtheHklienHmeH
sonHinHtheHkπtiveHmenteriHkHTheoretiπβlHStuσyVHChemistryftfAfEuropeanfJournalTH2017THZ[THb_^ZUb_^a 4.8 29

296 zhotophysiπβlHpropertiesHofHxs}UemittingHfluoresπenπeHproζesdHinsightsHfromHTnUnpTVHPhysicalf
ChemistryfChemicalfPhysicsTH2013THY^THYXXYcUZa 3.6 29

295 oxperimentβlHβnσHtheoretiπβlHπhβrβπterizβtionHofHβHnewHsynthesizeσHextenσeσHviologenVHChemicalf
PhysicsfLettersTH2012TH^^ZTHY]YUY]^ 2.5 29

294 ynHtheHπopperPssQHionHπoorσinβtionHζyHprionHproteinHrqqq•HpentβpeptiσeHmoσelVHJournalfoff
PhysicalfChemistryfBTH2007THYYYTH_[^U]X 3.4 29

293 }oleHofHtheHmetβlHionHinHformylUpeptiσeHζonσHhyσrolysisHζyHβHpeptiσeHσeformylβseHβπtiveHsiteHmoσelVH
JournalfoffPhysicalfChemistryfBTH2006THYYXTHYX_[UaZ 3.4 29

292 myHsnterβπtionHwithHSmβllH}hoσiumHmlustersHfromHnensityHpunπtionβlHTheorydHHSpeπtrosπopiπH
zropertiesHβnσHlonσingHknβlysisVHJournalfoffPhysicalfChemistryfATH2001THYX^THYXaZ[UYXa[X 2.8 29

291 SurfβπeHextenσeσHenergyHlossHfineHstruπtureHβnσHloπβlHspinHσensityHinvestigβtionHofHπβrζiσiπHπβrζonH
onHtheHxiPYXXQHsurfβπeVHSurfacefScienceTH1988THZXZTHv_ZYUv_Z_ 1.8 29

290 mβnHoxpβnσeσHlβπterioπhlorinsHkπtHβsHzhotosensitizersHinHzhotoσynβmiπHTherβpyiHqooσHxewsHfromH
nensityHpunπtionβlHTheoryHmomputβtionsVHMoleculesTH2016THZYTHZbb 4.8 29

289 zhotophysiπβlHpropertiesHpreσiπtionHofHseleniumUHβnσHtelluriumUsuζstituteσHthymiσineHβsHpotentiβlH
“”kHπhemotherβpeutiπHβgentsVHTheoreticalfChemistryfAccountsTH2016THY[^THY 1.9 28
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288 nensityHpunπtionβlHStuσyHofHtheHweπhβnismsHβnσHtheHzotentiβlHonergyHSurfβπesHofHwmrZSHSHrZH
}eβπtionsVHTheHmβseHofHmoζβltHβnσH}hoσiumHPwHgHmoTH}hQVHJournalfoffPhysicalfChemistryfATH1997THYXYTHbXb^UbXc[2.8 28

287
ynHtheHinterβπtionHofHζβreHβnσHhyσrβteσHβluminumHionHwithHnuπleiπHβπiσHζβsesHP“THTTHmTHkTHqQHβnσH
monophosphβteHnuπleotiσesHP“wzTHσTwzTHσmwzTHσkwzTHσqwzQVHJournalfoffPhysicalfChemistryfBTH
2006THYYXTHbbY^UZ]

3.4 28

286 ostβζlishingHtheHπβtβlytiπHmeπhβnismHofHhumβnHpβnπreβtiπH˛–UβmylβseHwithH{wWwwHmethoσsVH
JournalfoffChemicalfTheoryfandfComputationTH2015THYYTHZ^XbUY_ 6.4 27

285 lisβnthrβπeneHζisPσiπβrζoxyliπHimiσeQsHβsHpotentiβlHphotosensitizersHinHphotoσynβmiπHtherβpydHβH
theoretiπβlHinvestigβtionVHJournalfoffChemicalfInformationfandfModelingTH2013TH^[THZ[[]U]X 6.1 27

284 TheHperformβnπeHofHσensityHfunπtionβlHζβseσHmethoσsHinHtheHσesπriptionHofHseleπteσHζiologiπβlH
systemsHβnσHproπessesVHPhysicalfChemistryfChemicalfPhysicsTH2012THY]THY]c][U^[ 3.6 27

283 ζetβUryσrogenHuinetiπHoffeπtVHJournalfoffthefAmericanfChemicalfSocietyTH2007THYZcTH^a]]U^^ 16.4 27

282 ynHtheHπhemisorptionHofHwβterHonHtheHPYXXQHsurfβπeHofHsiliπonVHSurfacefScienceTH1987THYbXTH^ccU_X] 1.8 27

281 mhβrgeHtrβnsportHinHpolyUimiσβzoleHmemζrβnesdHβHfreshHβpprβisβlHofHtheHqrotthussHmeπhβnismVH
PhysicalfChemistryfChemicalfPhysicsTH2012THY]THYXcYXUb 3.6 26

280 qβsUphβseHreβπtionsHofHurβnβteHionsTH“yPZQPUQTH“yP[QPUQTH“yP]QPUQTHβnσH“yP]QrPUQTHwithHmethβnoldHβH
πonvergenπeHofHexperimentHβnσHtheoryVHInorganicfChemistryTH2010TH]cTH[b[_U^X 5.1 26

279 wethionineHligβnσHseleπtivelyHpromotesHmonofunπtionβlHβσσuπtsHζetweenHtrβnsUooHplβtinumH
βntiπβnπerHσrugHβnσHguβnineHnxkHζβseVHChemicalfCommunicationsTH2011TH]aTHbbaUc 5.8 26

278 yneUeleπtronHspinUorζitHπontriζutionHζyHeffeπtiveHnuπleβrHπhβrgesVHJournalfoffComputationalf
ChemistryTH2009TH[XTHb[ZUc 3.5 26

277 ynHtheHmetβlHionHPZnPZSQTHmuPZSQQHπoorσinβtionHwithHζetβUβmyloiσHpeptiσedHnpTHπomputβtionβlH
stuσyVHInterdisciplinaryfSciencessfComputationalfLifefSciencesTH2010THZTH^aU_c 3.5 26

276 neterminβtionHofHspinUorζitHπouplingHπontriζutionsHinHtheHfrβmeworkHofHσensityHfunπtionβlHtheoryVH
JournalfoffComputationalfChemistryTH2008THZcTHcYZUZX 3.5 26

275 niffusionHofHgβsesHinHzoousHmemζrβnesdHmoleπulβrHσynβmiπsHsimulβtionsVHJournalfoffMembranef
ScienceTH2002THZX_TH[bcU[cb 9.6 26

274 }eβπtionHofHζβreH”ySHβnσHpeySHwithHβmmoniβdHβHtheoretiπβlHpointHofHviewVHInorganicfChemistryTH
2003TH]ZTHbaa[UbZ 5.1 26

273 onergetiπHβnσHtopologiπβlHβnβlysesHofHtheHoxiσβtionHreβπtionHζetweenHwoPnQHPnHgHYTHZQHβnσHxZyVH
JournalfoffComputationalfChemistryTH2005THZ_THYZb]Uc[ 3.5 26

272 kπetyleneHπyπlotrimerizβtionHζyHeβrlyHseπonσUrowHtrβnsitionHmetβlsHinHtheHgβsHphβseVHkHtheoretiπβlH
stuσyVHInorganicfChemistryTH2005TH]]THcbXaUY_ 5.1 26

271 nensityHfunπtionβlHπomputβtionsHofHprotonHβffinityHβnσHgβsUphβseHζβsiπityHofHprolineVHJournalfoff
MassfSpectrometryTH2001TH[_TH[XYU^ 2.2 26
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270 woσelHrβmiltoniβnsHinHtheHstuσyHofHπhemisorptionHβnσHπβtβlysisVHSurfacefScienceTH1985THY^ZUY^[TH_cXUaXY1.8 26

269 or[HPoHgHxTHzTHksQHβnσHrZHβπtivβtionHwithHxUheteroπyπliπHsilyleneHβnσHgermyleneHhomologuesVH
ChemistryftfAfEuropeanfJournalTH2013THYcTHab[^U]_ 4.8 25

268 kHtheoretiπβlHstuσyHonHtβutomerizβtionHproπessesHofHσehyσrβteσHβnσHmonohyσrβteσHπytosineVH
ComputationalfandfTheoreticalfChemistryTH2007THbYYTHY_YUY_a 25

267 nensityHfunπtionβlHtheoryHπβlπulβtionsHofHnuπleβrHquβσrupoleHπouplingHπonstβntsHwithHπβliζrβteσH
YayHquβσrupoleHmomentsVHMolecularfPhysicsTH1999THcaTH[]aU[^] 1.7 25

266 vmqTyHwzHvSnHπβlπulβtionsHforHtheHσiβtomiπsHzσ–HP–HgHmTHSiTHqeTHSnQVHChemicalfPhysicsTH1987THYY]TH[[YU[[b2.3 25

265 oxperimentβlHβnσHTheoretiπβlHsnvestigβtionHonHtheHmβtβlytiπHqenerβtionHofHonvironmentβllyH
zersistentHpreeH}βσiπβlsHfromHlenzeneVHJournalfoffPhysicalfChemistryfCTH2017THYZYTHc[bYUc[c[ 3.8 24

264 snvestigβtionHofHtheHsnertnessHtoHryσrolysisHofHzlβtinumPs”QHzroσrugsVHInorganicfChemistryTH2016TH^^THY^bXU_5.1 24

263 zromisπuousHβζilityHofHhumβnHπβrζoniπHβnhyσrβsedH{wHβnσH{wWwwHinvestigβtionHofHπβrζonHσioxiσeH
βnσHπβrζoσiimiσeHhyσrβtionVHInorganicfChemistryTH2014TH^[TH[]bbUc[ 5.1 24

262 }sUwzZHβnσHwz•lYuHStuσyHofHˇ�UknionUˇ�OHmomplexesdHwz•lYuHzerformβnπeHβnσHSomeHkσσitivityH
kspeπtsVHJournalfoffChemicalfTheoryfandfComputationTH2011THaTH[XYZUb 6.4 24

261 ynHtheHinsertionHmeπhβnismHofHmoleπulβrHoxygenHintoHβHzσPssQâ��rHζonσVHSomethingHtoHβσσVHChemicalf
PhysicsfLettersTH2007TH]][THYb[UYbc 2.5 24

260 nensityHfunπtionβlHorζitβlHreβπtivityHinσiπesVHpunσβmentβlsHβnσHβppliπβtionsVVHAdvancesfinfQuantumf
ChemistryTH1998THZa[UZcZ 1.4 24

259
woleπulβrHquβσrupoleHmomentsTHseπonσHmomentsTHβnσHσiβmβgnetiπHsusπeptiζilitiesHevβluβteσH
usingHtheHgenerβlizeσHgrβσientHβpproximβtionHinHtheHfrβmeworkHofHqβussiβnHσensityHfunπtionβlH
methoσVHJournalfoffChemicalfPhysicsTH1996THYX^TH[ZX_U[ZYX

3.9 24

258 xonempiriπβlHπlusterUmoσelHstuσyHofHtheHπhemisorptionHofHβtomiπHhyσrogenHonHtheHPYYYQHsurfβπeHofH
σiβmonσlikeHπrystβlsVHPhysicalfReviewfBTH1986TH[]THaZX[UaZXb 3.3 24

257 npTHsnvestigβtionHofHtheHweπhβnismHofHkπtionHofHyrgβnoiriσiumPsssQHmomplexesHksHkntiπβnπerH
kgentsVHInorganicfChemistryTH2015TH^]THYXbXYUYX 5.1 23

256 neterminβtionHofHtheHπβtβlytiπHpβthwβyHofHβHmβngβneseHβrginβseHenzymeHthroughHσensityH
funπtionβlHinvestigβtionVHChemistryftfAfEuropeanfJournalTH2009THY^THbXZ_U[_ 4.8 23

255 kσsorptionHofHothyleneTH”inylTHkπetiπHkπiσTHβnσHkπetβteHSpeπiesHonHzσkuPYYYQHβnσHzσkuPYXXQH
SurfβπeHklloysdHkHmlusterHwoσelHStuσyVHJournalfoffChemicalfTheoryfandfComputationTH2009TH^THY[^XU_X 6.4 23

254 kπtivβtionHofHmethβneHζyHtheHironHσimerHπβtionVHkHtheoretiπβlHstuσyVHJournalfoffPhysicalfChemistryfATH
2006THYYXTHYZ^XYUYY 2.8 23

253 TheoretiπβlHβpproβπhHtoHfluorineHsuζstitutionHinH–ZxyHβnσH–ZmxHfreeHrβσiπβlsVHmompβrisonH
ζetweenHβζHinitioH“rpHβnσH}rpHSHperturζβtionHtreβtmentsVHChemicalfPhysicsTH1983THa_TH[b^U[c_ 2.3 23

(1983-1985)
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252
SynergistiπHoffeπtsHofHwetβlsHinHβHzromisingH}uPssQHUztPssQHkssemζlyHforHβHmomζineσHkntiπβnπerH
kpproβπhdHTheoretiπβlHoxplorβtionHofHtheHzhotophysiπβlHzropertiesVHChemistryftfAfEuropeanfJournalTH
2016THZZTHcY_ZUb

4.8 23

251 zhotophysiπβlHzropertiesHofHSTHSeHβnσHTeUSuζstituteσHneoxyguβnosinesdHsnsightHintoHTheirHkζilityHToH
kπtHβsHmhemotherβpeutiπHkgentsVHJournalfoffChemicalfInformationfandfModelingTH2017TH^aTHZ[]UZ]Z 6.1 22

250 kHTnnpTHinvestigβtionHofHζβyHsuζstituteσHperyleneσiimiσesdHβζsorptionHβnσHintersystemHπrossingVH
JournalfoffComputationalfChemistryTH2012TH[[THYXcYUYXX 3.5 22

249 kπtivβtionHofHethβneHmUrHβnσHmUmHζonσsHζyHgβsHphβseHThSHβnσH“SdHβHtheoretiπβlHstuσyVHJournalfoff
PhysicalfChemistryfATH2009THYY[THY]_ccUaX^ 2.8 22

248 kHnpTHstuσyHofHtheHxyHβσsorptionHonHzσnHPngYâ��]QHπlustersVHJournalfoffMolecularfCatalysisfATH2011TH
[]YTHZbU[] 22

247
woleπulβrHσynβmiπsTHσensityHfunπtionβlHβnσHseπonσUorσerHwˆ‚llerâ��zlessetHtheoryHstuσyHofHtheH
struπtureHβnσHπonformβtionHofHβπetylπholineHinHvβπuoHβnσHinHsolutionVHTheoreticalfChemistryf
AccountsTH2001THYXaTHbUY]

1.9 22

246 qβussiβnHσensityUfunπtionβlHstuσyHforHsmβllHneutrβlHPklHnHQTHpositiveHPklHSHnHQHβnσHnegβtiveHPklHâ��HnHQH
βluminiumHπlustersHPngZâ��^QVHZeitschriftfFˆ…rfPhysikfDtAtomsfMoleculesfandfClustersTH1995TH[[THZbYUZbb 22

245 monformβtionβlHstuσyHofHζipyrimiσinesHtheoretiπβlHβζHinitioHβnσHexperimentβlHzw}HstuσyHofH
ZTZOUζipyrimiσYneHσissolveσHinHβHnemβtiπHsolventVHChemicalfPhysicsfLettersTH1980TH_cTH^[XU^[[ 2.5 22

244 oleπtroUoptiπβlHzropertiesHofHxeutrβlHβnσH}βσiπβlHsonHThienosquβrβinesVHChemistryftfAfEuropeanf
JournalTH2016THZZTHYXYacUb_ 4.8 22

243 nimethylplβtinumPssQHπomplexesdHπomputβtionβlHinsightsHintoHztUmHζonσHprotonolysisVHInorganicf
ChemistryTH2011TH^XTHYXXcYUYXY 5.1 21

242 kHTheoretiπβlHStuσyHofHlrominβteσHzorphyπenesdHoleπtroniπHSpeπtrβHβnσHsntersystemHSpinUyrζitH
mouplingVHJournalfoffChemicalfTheoryfandfComputationTH2010TH_TH[Ya_Ubc 6.4 21

241 TheoretiπβlHsnvestigβtionHofHtheHweπhβnismHofHkπiσUmβtβlyzeσHyxygenβtionHofHβHzσPssQUryσriσeHToH
zroσuπeHβHzσPssQUryσroperoxiσeVHJournalfoffChemicalfTheoryfandfComputationTH2008TH]THYZb[UcZ 6.4 21

240
qβsUphβseHpropertiesHβnσHpukuiHinσiπesHofHsulfineHPmrZSyQVHzotentiβlHenergyHsurfβπeHβnσHmβximumH
hβrσnessHprinπipleHforHitsHprotonβtionHproπessVHkHσensityHfunπtionβlHstuσyVHTheoreticalfChemistryf
AccountsTH1999THYXYTH[bbU[c^

1.9 21

239 snterβπtionHofHβπetyleneHwithHSiHβnσHqeHPYXXQHsurfβπesdHβHtheoretiπβlHstuσyVHJournalfoffMolecularf
CatalysisTH1989TH^^THYXYUYXb 21

238 ryσrogenHreleβseHfromHσiβlkylβmineUζorβnesHpromoteσHζyHwgHβnσHmβHπomplexesdHβHnpTHβnβlysisHofH
theHreβπtionHmeπhβnismVHChemistryftfAfEuropeanfJournalTH2014THZXTH^c_aUa_ 4.8 20

237
TheoretiπβlHinvestigβtionHofHtheHβζsorptionHspeπtrβHβnσHsingletUtripletHenergyHgβpHofHpositivelyH
πhβrgeσHtetrβphenylporphyrinsHβsHpotentiβlHphotoσynβmiπHtherβpyHphotosensitizersVHCanadianf
JournalfoffChemistryTH2013THcYTHcXZUcX_

0.9 20

236 ktomiπHπonfigurβtionsHofHzσHβtomsHinHzσkuPYYYQHβnσHzσkuPYXXQHsurfβπeHβlloysdHkζHinitioHσensityH
funπtionβlHπβlπulβtionsVHChemicalfPhysicsfLettersTH2009TH]_bTHY_ZUY_^ 2.5 20

235
mβnHphthβloπyβninesHβnσHtheirHsuζstituteσHβlphβUpβrβUPmethoxyQphenylHσerivβtivesHβπtHβsH
photosensitizersHinHphotoσynβmiπHtherβpyiHkHTnUnpTHstuσyVHPhysicalfChemistryfChemicalfPhysicsTH
2009THYYTH]^b_UcZ

3.6 20

Russo Nino
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234 qβsHphβseHinterβπtionHofHzinπHionHwithHpurineHβnσHpyrimiσineHnxkHβnσH}xkHζβsesVHInternationalf
JournalfoffQuantumfChemistryTH2007THYXaTH[YYU[Ya 2.1 20

233 moreUlevelHshiftsHfromHσensityUfunπtionβlHπomputβtionsVHPhysicalfReviewfBTH1993TH]aTHYZccZUYZcc] 3.3 20

232 Singletâ��tripletHgβpHinHrmlHhβloπβrζeneVHChemicalfPhysicsfLettersTH1993THZY[THZ]^UZ]c 2.5 20

231 monformβtionβlHζehβviourHofHphenylpyrimiσinesVHβHquβntumHmeπhβniπβlHstuσyVHTetrahedronTH1985TH
]YTHYcY^UYcYb 2.4 20

230 xewHinsightsHinHtheHπβtβlytiπHmeπhβnismHofHtyrosineHβmmoniβUlyβseHgivenHζyH{wWwwHβnσH{wH
πlusterHmoσelsVHArchivesfoffBiochemistryfandfBiophysicsTH2015TH^bZTHYXaUY^ 4.1 19

229
nireπtHryσrogenβtionHofHmβrζonHnioxiσeHζyHβnHkrtifiπiβlH}eσuπtβseHyζtβineσHζyHSuζstitutingH
}hoσiumHforHZinπHinHtheHmβrζoniπHknhyσrβseHmβtβlytiπHmenterVHkHweπhβnistiπHStuσyVHACSfCatalysisTH
2015TH^TH^[caU^]Xc

13.1 19

228 snsightHonHtheHπhelβtionHofHβluminumPsssQHβnσHironPsssQHζyHπurπuminHinHβqueousHsolutionVHJournalfoff
MolecularfLiquidsTH2019THZc_THYYYbX^ 6 19

227 TheoretiπβlHinvestigβtionHonHnxkW}xkHζβseHpβirsHmeσiβteσHζyHπopperTHsilverTHβnσHgolσHπβtionsVH
DaltonfTransactionsTH2012TH]YTHYbY_UZ[ 4.3 19

226 mompβrβtiveHstuσyHofHeleπtrostβtiπHsolventHresponseHζyH}sSwHβnσHzmwHmethoσsVHInternationalf
JournalfoffQuantumfChemistryTH2007THYXaTHZ_^UZa] 2.1 19

225 ysPssQHyligothienylHmomplexesHβsHβHrypoxiβUkπtiveHzhotosensitizerHmlβssHforHzhotoσynβmiπHTherβpyVH
InorganicfChemistryTH2020TH^cTHY_[]YUY_[_X 5.1 19

224
TheH}oleHofHmhelβtingHzhosphineH}hoσiumHmomplexesHinHnehyσroπouplingH}eβπtionsHofH
kmineUlorβnesdHkHTheoretiπβlHsnvestigβtionHkttemptingHToH}βtionβlizeHtheHyζserveσHlehβviorsVH
ACSfCatalysisTH2014TH]THYYX]UYYY[

13.1 18

223 •hβtHoππursHζyHreplβπingHwnZSHwithHmoZSHinHhumβnHβrginβseHsdHfirstUprinπiplesHπomputβtionβlH
βnβlysisVHInorganicfChemistryTH2013TH^ZTH_^^Uc 5.1 18

222 ktomiπHpukuiHinσiπesHβnσHorζitβlHhβrσnessesHofHβσenineTHthymineTHurβπilTHguβnineHβnσHπytosineHfromH
σensityHfunπtionβlHπomputβtionsVHComputationalfandfTheoreticalfChemistryTH2010THc][THaYUa_ 18

221 lioβπtiveHfrβgmentsHsynergiπβllyHinvolveσHinHtheHσesignHofHnewHgenerβtionHztPiiQHβnσHzσPiiQUζβseσH
βntiπβnπerHπompounσsVHDaltonfTransactionsTH2008TH^bcaUcX] 4.3 18

220 myZHkπtivβtionHζyHxζPSQHβnσHxζyPSQHinHtheHqβsHzhβseVHkHmβseHofHTwoUStβteH}eβπtivityHzroπessVH
JournalfoffChemicalfTheoryfandfComputationTH2007TH[THbYYU^ 6.4 18

219 TheHeleπtroniπHstβtesHofHpeZSVHChemicalfPhysicsfLettersTH2003TH[a_TH[YXU[Ya 2.5 18

218 qβsUphβseHβπiσityHofHprolineHfromHσensityHfunπtionβlHπomputβtionsVHInternationalfJournalfoff
QuantumfChemistryTH2001THb]THZ_]UZ_b 2.1 18

217 StruπtureHβnσHoz}HpβrβmetersHofHmumZrZHfromHβHσensityHfunπtionβlHβpproβπhVHChemicalfPhysicsf
LettersTH1995THZ[aTHYbcUYc] 2.5 18

(1995-2007)
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216 kHnonUempiriπβlHβnσHrkwW[HstuσyHofHtheHgeometryTHπonformβtionβlHζehβviourHβnσHeleπtroniπH
struπtureHofHisomeriπHvinylpyriσinesVHComputationalfandfTheoreticalfChemistryTH1984THYXbTH[^U][ 18

215 TheHynsetHofHnehyσrogenβtionHinHSoliσHkmmoniβHlorβnedHknHkζHsnitioHwetβσynβmiπsHStuσyVH
AngewandtefChemieftfInternationalfEditionTH2019TH^bTH[ca_U[cbX 16.4 17

214 momputβtionβlHsnsightHonHmyZHpixβtionHtoHzroσuπeHStyreneHmβrζonβteHkssisteσHζyHβHSingleUmenterH
kluminumPsssQHmβtβlystHβnσH{uβternβryHkmmoniumHSβltsVHChemCatChemTH2016THbTHYY_aUYYa^ 5.2 17

213 snsightHintoHtheHpromisπuousHβπtivityHofHhumβnHπβrζoniπHβnhyσrβseHβgβinstHtheHπyβniπHβπiσHsuζstrβteH
fromHβHπomζineσH{wHβnσH{wWwwHinvestigβtionVHPhysicalfChemistryfChemicalfPhysicsTH2014THY_THY__aYU_ 3.6 17

212 ryσrolysisHmeπhβnismHofHβntiπβnπerHzσPssQHπomplexesHwithHπoumβrinHσerivβtivesdHβHtheoretiπβlH
investigβtionVHStructuralfChemistryTH2012THZ[THb[YUb[c 1.8 17

211 momputβtionβlHstuσyHofHβlkynesHinsertionHintoHmetβlUhyσriσeHζonσsHπβtβlyzeσHζyHζimetβlliπH
πomplexesVHInorganicfChemistryTH2010TH]cTHcba^Ub[ 5.1 17

210 nensityHfunπtionβlHpotentiβlUenergyHhypersurfβπeHβnσHreβπtivityHinσiπesHinHtheHisomerizβtionHofH
–[rSHP–HgHyTHSTHSeTHTeQVHJournalfoffthefChemicalfSocietysfFaradayfTransactionsTH1997THc[TH[[XcU[[YZ 17

209 myZHkπtivβtionHζyHZrSHβnσHZrySHinHqβsHzhβseVHTheoreticalfChemistryfAccountsTH2006THYY^TH][]U]]X 1.9 17

208 qeometriπHβnσHeleπtroniπHstruπtureHofHgrounσHβnσHexπiteσHstβtesHofHgroup”kHσiβtomiπsVHkH
theoretiπβlHvmqTyUwzUvSnHstuσyVHZeitschriftfFˆ…rfPhysikfDtAtomsfMoleculesfandfClustersTH1992THZZTH_b[U_cZ 17

207 SurfβπeHrelβxβtionHβnσHreπonstruπtionHinHσiβmonσUlikeHπrystβlsVHSolidfStatefCommunicationsTH1984TH
]cTHcZ^UcZb 1.6 17

206 }eβπtionHweπhβnismHofHvowUSpinHsronPsssQUHβnσHmoζβltPsssQUmontβiningHxitrileHryσrβtβsesdHkH{uβntumH
weπhβniπsHsnvestigβtionVHInorganicfChemistryTH2017TH^_THY[[cXUY[]XX 5.1 16

205 mβtβlytiπHroleHofHσinuπleβrHˇ�Tˇ�UβπetyliσeHgolσPsQHπomplexesHinHtheHhyσroβminβtionHofHterminβlH
βlkynesdHtheoretiπβlHinsightsVHJournalfoffChemicalfTheoryfandfComputationTH2015THYYTH^bYUcX 6.4 16

204 TriesterβseHβnσHpromisπuousHσiesterβseHβπtivitiesHofHβHσiUmoPssQUπontβiningHorgβnophosphβteH
σegrβσingHenzymeHreβπtionHmeπhβnismsVHChemistryftfAfEuropeanfJournalTH2015THZYTH[a[_U]^ 4.8 16

203 kHtimeUσepenσentHσensityHfunπtionβlHstuσyHofHβHnonUβromβtiπH®YVYVYVYVYøUpentβphyrinHβnσHitsH
lutetiumHπomplexVHJournalfoffPhysicalfChemistryfBTH2012THYY_THYXbY_UZ[ 3.4 16

202 qolσPsQUmβtβlyzeσHryσrβtionHofHYTZUniphenylβπetylenedHmomputβtionβlHsnsightsVHJournalfoffChemicalf
TheoryfandfComputationTH2010TH_THZabZUc 6.4 16

201
SolvβtionHpropertiesHofHxUsuζstituteσHπisHβnσHtrβnsHβmiσesHβreHnotHiσentiπβldHsignifiπβntHenthβlpyH
βnσHentropyHπhβngesHβreHreveβleσHζyHtheHuseHofHvβriβζleHtemperβtureHYrHxw}HinHβqueousHβnσH
πhloroformHsolutionsHβnσHβζHinitioHπβlπulβtionsVHJournalfoffPhysicalfChemistryfATH2005THYXcTHYYbabUb]

2.8 16

200 SelfHπonsistentHreβπtionHfielσHtheoryHofHsolventHeffeπtsHinHtheHfrβmeworkHofHqβussiβnHσensityH
funπtionβlHmethoσVHInternationalfJournalfoffQuantumfChemistryTH1995TH^_TH__[U__b 2.1 16

199 mlusterHmoσelHstuσyHofHtheHπhemisorptionHofHβtomiπHhyσrogenHonHtheHζβsβlHplβneHofHgrβphiteVH
SurfacefScienceTH1987THYbcUYcXTHYb^UYbc 1.8 16

Russo Nino
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198
oxπitβtionHenergiesTHsingletUtripletHenergyHgβpsTHspinUorζitHmβtrixHelementsHβnσHheβvyHβtomHeffeπtsH
inHlyswz—sHβsHpossiζleHphotosensitizersHforHphotoσynβmiπHtherβpydHβHπomputβtionβlHinvestigβtionVH
PhysicalfChemistryfChemicalfPhysicsTH2018THZXTHZ_^_UZ__Y

3.6 15

197 }eσuπtionHofHmerπuryPssQHζyHtheHπβrζonHσioxiσeHrβσiπβlHβniondHβHtheoretiπβlHβnσHexperimentβlH
investigβtionVHJournalfoffPhysicalfChemistryfATH2010THYY]THYZb]^U^X 2.8 15

196 TheHreπognitionHofHβHnewHpβthwβyHforHtheHreβπtionHofHmoleπulβrHoxygenHwithHβHzσPssQUhyσriσeHtoH
proσuπeHβHzσPssQUhyσroperoxiσeVHChemicalfPhysicsfLettersTH2008TH]^_TH]YU]_ 2.5 15

195 StruπtureHβnσHmoorσinβtionHwoσesHinHtheHsnterβπtionHζetweenHmσZSHβnσH[UwerπβptopropioniπHkπiσVH
JournalfoffPhysicalfChemistryfATH2004THYXbTHb]XaUb]YX 2.8 15

194 nensityHfunπtionβlHπomputβtionsHβnσHmβssHspeπtrometriπHmeβsurementsVHmβnHthisHπouplingHenlβrgeH
theHknowleσgeHofHgβsUphβseHπhemistryiVHAdvancesfinfQuantumfChemistryTH2000TH[_THc[UYZX 1.4 15

193 reβtHofHformβtionHofHtheHhyσroperoxylHrβσiπβlHPryZQHσetermineσHusingHσensityHfunπtionβlHtheoryVH
MolecularfPhysicsTH1992THa_THYXZ^UYXZa 1.7 15

192 TheoretiπβlHstuσyHofHoxygenHπhemisorptionHonHPYYYQHβnσHPYXXQHsiliπonHsurfβπesVHPhysicsfLetterssf
SectionfA:fGeneralsfAtomicfandfSolidfStatefPhysicsTH1985THYY[TH[ZYU[Z] 2.3 15

191 TheHβζilityHofHβHzinπHpyrroliσineHπomplexHtoHπβtβlyzeHtheHsynthesisHofHπyπliπHπβrζonβtesHfromHπβrζonH
σioxiσeHβnσHepoxiσesdHβHmeπhβnistiπHtheoretiπβlHinvestigβtionVHDaltonfTransactionsTH2017TH]_THcX[XUcX[^ 4.3 14

190 TheoretiπβlHβnσHexperimentβlHinvestigβtionHonHtheHneβrUinfrβreσHβnσH“”â��visHspeπtrβlHregionsHofHβH
newlyHsynthesizeσHtriβrylβmineHeleπtroπhromiπHsystemVHTheoreticalfChemistryfAccountsTH2012THY[YTHY 1.9 14

189 noHrhoσiumHζisPˇ�UβmineUζorβneQHπomplexesHplβyHβHroleHβsHintermeσiβtesHinHσehyσroπouplingH
reβπtionsHofHβmineUζorβnesiVHChemistryftfAfEuropeanfJournalTH2011THYaTHY]^b_UcZ 4.8 14

188
weπhβnistiπHinsightHintoHprotonolysisHβnσHπisUtrβnsHisomerizβtionHofHζenzylplβtinumPssQHπomplexesH
βssisteσHζyHweβkHligβnσUtoUmetβlHinterβπtionsVHkHπomζineσHkinetiπHβnσHnpTHstuσyVHInorganicf
ChemistryTH2011TH^XTHZZZ]U[c

5.1 14

187 TheHgeometriπHeffeπtHinHpβllβσiumUgolσHπβtβlysisVHssHtheHπouplingHtheHrβteUσeterminingHstepHinHtheH
vinylUβπetβteHsynthesisiVHChemicalfCommunicationsTH2009THYb^ZU] 5.8 14

186 kHtheoretiπβlHstuσyHofHethyleneHσehyσrogenβtionHζyHζβreHxioζiumHβtomHβnσHπβtionVHComputationalf
andfTheoreticalfChemistryTH2006THa_ZTHZ^U[Y 14

185 zhenoliπHmβtrixHeffeπtHonHβromβHformβtionHofHterpenesHσuringHsimulβteσHwineHfermentβtionHUHzβrtHsdH
zhenoliπHβπiσsVHFoodfChemistryTH2021TH[]YTHYZbZbb 8.5 14

184 kntitumorHzlβtiniumPs”QHzroσrugsdHkHSystemβtiπHmomputβtionβlHoxplorβtionHofHTheirH}eσuπtionH
weπhβnismHζyHlUksπorζiπHkπiσVHInorganicfChemistryTH2019TH^bTH[b^YU[b_X 5.1 13

183 TheHworkingHmeπhβnismHofHtheH˛†UπβrζoniπHβnhyσrβseHσegrβσingHπβrζonylHsulphiσeHPmySβseQdHβH
theoretiπβlHstuσyVHPhysicalfChemistryfChemicalfPhysicsTH2015THYaTHY]b][Ub 3.6 13

182 kζHinitioHstuσyHofHmiπrosolvβteσHkl[SUβromβtiπHβminoHβπiσHπomplexesVHJournalfoffPhysicalfChemistryf
BTH2010THYY]THcXYaUZZ 3.4 13

181 ynHtheHinterβπtionHofHruζiσiumHβnσHπesiumHmonoUTHstrontiumHβnσHζβriumHζiUπβtionsHwithHnxkHβnσH
}xkHζβsesVHkHtheoretiπβlHstuσyVHInternationalfJournalfoffQuantumfChemistryTH2010THYYXTHY[bUY]a 2.1 13
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180 ynHtheHxβtureHofHtheHmzHlonσHinHzhosphββlkynesVHJournalfoffChemicalfTheoryfandfComputationTH
2008TH]TH[caU]X[ 6.4 13

179 SpeπtrosπopiπHπonstβntsHofHSirZTHqerZTHSnrZTHβnσHtheirHπβtionsHβnσHβnionsHfromHσensityHfunπtionβlH
πomputβtionsVHInternationalfJournalfoffQuantumfChemistryTH1995TH^_TH__cU_a^ 2.1 13

178 monformβtionβlHstuσyHofHZTZiUζiselenopheneHpβrtiβllyHorienteσHinHβHnemβtiπHliquiσHπrystrβlHphβseHζyH
zw}HspeπtrβHinπluσingaaSeHsβtellitesVHChemicalfPhysicsfLettersTH1979TH_aTH[b]U[ba 2.5 13

177 ynHtheHsnhiζitionHweπhβnismHofHqlutβthioneHTrβnsferβseHzYHζyHziperlongumineVHsnsightHpromH
TheoryVHFrontiersfinfChemistryTH2018TH_TH_X_ 5 13

176 onergetiπHβnσHtopologiπβlHβnβlysisHofHtheHreβπtionHofHwoHβnσHwoZHwithHxr[THmZrZTHβnσHmZr]H
moleπulesVHJournalfoffComputationalfChemistryTH2004THZ^THY_]aU^^ 3.5 12

175 ynHtheHinterβπtionHofHhβlogenHβtomsHwithHPYYYQHβnσHPYXXQHsurfβπesHofHsiliπonVHSolidfStatef
CommunicationsTH1986TH^cTH][[U][_ 1.6 12

174 StruπturesTHζinσingHenergiesTHtemperβtureHeffeπtsTHinfrβreσHspeπtrosπopyHofH®wgPxrHQHøHπlustersH
fromHnpTHβnσHwzZHinvestigβtionsVHJournalfoffComputationalfChemistryTH2019TH]XTHYaXaUYaYa 3.5 11

173 mhβlπogenHeffeπtsHonHtheHprimβryHβntioxiσβntHβπtivityHofHπhrysinHβnσHquerπetinVHNewfJournalfoff
ChemistryTH2020TH]]THcXa[UcXbZ 3.6 11

172 TheHkntioxiσβntHmβpβζilityHofHrigenβminedHsnsightsHfromHTheoryVHAntioxidantsTH2020THcTH 7.1 11

171 momputβtionβlHsnvestigβtionHofHtheHsnfluenπeHofHrβlogenHktomsHonHtheHzhotophysiπβlHzropertiesHofH
TetrβphenylporphyrinHβnσHstsHZinπPssQHmomplexesVHJournalfoffPhysicalfChemistryfATH2018THYZZTHZbXcUZbY^ 2.8 11

170 kζHinitioHπβlπulβtionsHonHtheHPYQyZHquenπhingHmeπhβnismHζyHtrβnsUresverβtrolVHPhysicalfChemistryf
ChemicalfPhysicsTH2014THY_THYZaa[UbY 3.6 11

169 momplexβtionHofHklPsssQHζyHβromβtiπHβminoHβπiσsHinHtheHgβsHphβseVHInorganicfChemistryTH2007TH]_TH_]Y[Uc 5.1 11

168 xuπleβrHquβσrupoleHπouplingHπonstβntsHfromHtheHqβussiβnHσensityUfunπtionβlHmethoσVHPhysicalf
ReviewfATH1996TH^[TH[b_^U[b_b 2.6 11

167 oxpliπitH•βterHwoleπulesHzlβyHβHueyH}oleHinHtheHweπhβnismHofH}hoσiumUSuζstituteσHrumβnH
mβrζoniπHknhyσrβseVHChemCatChemTH2017THcTHYX]aUYX^[ 5.2 10

166 TheoretiπβlHsnsightsHintoHtheHSwitπhingHyffWynHofHyHzhotosensitizβtionHinHmhemiπontrolleσH
zhotoσynβmiπHTherβpyVHChemistryftfAfEuropeanfJournalTH2018THZ]TH[^YZU[^Yc 4.8 10

165
snsightsHfromHmomputβtionsHonHtheHweπhβnismHofH}eσuπtionHζyHksπorζiπHkπiσHofHztHzroσrugsHwithH
ksplβtinHβnσHstsHmhloriσoHβnσHlromiσoHknβloguesHβsHwoσelHSystemsVHChemistryftfAfEuropeanfJournalTH
2018THZ]THc^aZUc^bX

4.8 10

164 knionUˇ�HweβkHinterβπtionsHinHβHheteroβromβtiπHπβlixβreneHreπeptorVHkHtheoretiπβlHinvestigβtionVH
InorganicafChimicafActaTH2018TH]aXTH[acU[b] 2.7 10

163 ZZˇ�UoleπtronsH®YVYVYVYVYøHpentβphyrinHβsHβHnewHphotosensitizingHβgentHforHwβterHσisinfeπtiondH
experimentβlHβnσHtheoretiπβlHπhβrβπterizβtionVHTheoreticalfChemistryfAccountsTH2016THY[^THY 1.9 10
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162 yeninHβnσH{uerπetinHmopigmentβtiondHrighlightsHpromHnensityHpunπtionβlHTheoryVHFrontiersfinf
ChemistryTH2018TH_THZ]^ 5 10

161 {wHmlusterHorH{wWwwHinHmomputβtionβlHonzymologydHTheHTestHmβseHofHvig•UneπβrζoxylβseVH
FrontiersfinfChemistryTH2018TH_THZ]c 5 10

160 zhotophysiπβlHoxplorβtionHofHnuβlUkpproβπhHztUlynsz—HmonjugβtesdHTheoretiπβlHsnsightsVHInorganicf
ChemistryTH2019TH^bTHcbbZUcbbc 5.1 10

159 TheHmβtβlytiπHweπhβnismHofHrumβnHTrβnsketolβseVHChemPhysChemTH2019THZXTHZbbYUZbb_ 3.2 10

158 zerioσiπHσensityHfunπtionβlHstuσyHofH}hHβnσHzσHinterβπtionHwithHtheHPYXXQwgyHsurfβπeVH
ComputationalfandfTheoreticalfChemistryTH2009THcX[TH^cU__ 10

157 mhemisorptionHofHmoleπulβrHoxygenHonHmuPYHXHXQdHβHrβrtreeâ��poπkHβnσHσensityHfunπtionβlHstuσyVH
JournalfoffMolecularfCatalysisfATH2001THY_aTHYXcUYY[ 10

156 nensityHfunπtionβlHstuσyHofHtheHstruπturβlTHeleπtroniπTHβnσHmβgnetiπHpropertiesHofHneutrβlHβnσH
πhβrgeσHrhoσiumHπlustersHupHtoHtetrβmerVHInternationalfJournalfoffQuantumfChemistryTH2001THb^THY_ZUYaX2.1 10

155 ynHtheHinterβπtionHofHwoHβnσHwoZHwithHxr[THmZr]THβnσHm[r_VHJournalfoffComputationalfChemistryTH
2001THZZTHY^^aUY^_] 3.5 10

154 nensityHfunπtionβlHtheoryHπβlπulβtionsHofHnuπleβrHquβσrupoleHπouplingHπonstβntsHwithHπβliζrβteσH
Y]xHquβσrupoleHmomentsVHMolecularfPhysicsTH2001THccTHYX[cUYX^Y 1.7 10

153 nensityHpunπtionβlHTheoryHβsHβHToolHforHtheHzreσiπtionHofHtheHzropertiesHinHwoleπulesHwithH
liologiπβlHβnσHzhβrmβπologiπβlHSignifiπβnπeVHTheoreticalfandfComputationalfChemistryTH1996THa][UaaZ 10

152 StruπturβlHβnσHenergetiπHπhβrβπteristiπsHofHeleπtronHσefiπientHwZr_HπompounσsHfromHβHσensityH
funπtionβlHβpproβπhVHChemicalfPhysicsfLettersTH1994THZZZTH^caU_XZ 2.5 10

151 TheHpotentiβlHfunπtionHforHrotβtionHβζoutHtheHphenylUmHζonσHinH[T^UσiζromoethylζenzeneVH
MolecularfPhysicsTH1988TH_^TH[cYU]XY 1.7 10

150 {uβntumUmeπhβniπβlHstuσyHofHtheHπhemisorptionHofHβtomiπHβnσHmoleπulβrHoxygenHonHgrβphiteH
πlustersVHComputationalfandfTheoreticalfChemistryTH1986THY[_TH[Y[U[ZZ 10

149 TheHoffeπtsHofHtheHwetβlHsonHSuζstitutionHintoHtheHkπtiveHSiteHofHwetβlloenzymesdHkHTheoretiπβlH
snsightHonHSomeHSeleπteσHmβsesVHCatalystsTH2020THYXTHYX[b 4 10

148 TheHroleHofHtheHhβlogenHζonσHinHioσothyronineHσeioσinβsedHnepenσenπeHonHπhβlπogenHsuζstitutionH
inHnβphthylUζβseσHmimetiπsVHJournalfoffComputationalfChemistryTH2019TH]XTHc]]Uc^Y 3.5 10

147
StruπturβlHπhβrβπterizβtionHofHβluminiumPsssQHβnσHironPsssQHπomplexesHofHπoumβriniπHβπiσHinHβqueousH
solutionsHfromHπomζineσHexperimentβlHβnσHtheoretiπβlHinvestigβtionsVHNewfJournalfoffChemistryTH
2018TH]ZTHYYXX_UYYXYZ

3.6 10

146 rowHvβnthβniσeHsonsHkffeπtHtheHkσσitionUoliminβtionHStepHofHwethβnolHnehyσrogenβsesVHChemistryf
tfAfEuropeanfJournalTH2020THZ_THYY[[]UYY[[c 4.8 9

145 rowHtheHnestβζilizβtionHofHβH}eβπtionHsntermeσiβteHkffeπtsHonzymβtiπHoffiπienπydHTheHmβseHofH
rumβnHTrβnsketolβseVHACSfCatalysisTH2020THYXTHZbaZUZbbY 13.1 9

(2020-2018)
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144 mhemiπβlHsnsightsHintoHtheHkntioxiσβntHweπhβnismsHofHklkylselenoHβnσHklkyltelluroHzhenolsdH
zerioσiπH}elβtivesHlehβvingHnifferentlyVHChemistryftfAfEuropeanfJournalTH2018THZ]THb_b_Ub_cY 4.8 9

143 yxiσβtionHmeπhβnismHofHmethionineHζyHryâ�¢HrβσiπβldHβHtheoretiπβlHstuσyVHJournalfoffPhysicalf
ChemistryfBTH2012THYY_TH^[]cU^] 3.4 9

142 ynHtheHmβtβlytiπH}oleHofHqePSQHβnσHSePSQHinHtheHyxygenHTrβnsportHkπtivβtionHofHxZyHζyHmyVHJournalf
offChemicalfTheoryfandfComputationTH2008TH]TH[Y_UZY 6.4 9

141 nensityHfunπtionβlHtheoryHofHζipolβronsHinHpolβrHliquiσsVHChemicalfPhysicsfLettersTH2003TH[_bTH^[U^b 2.5 9

140 •hyHhyσroxyUprolineHimprovesHtheHπβtβlytiπHpowerHofHtheHpeptiσoglyπβnHxUσeβπetylβseHenzymedH
insightHfromHtheoryVHPhysicalfChemistryfChemicalfPhysicsTH2019THZYTHZ[[[bUZ[[]^ 3.6 9

139 ryσrolysisHinHkπiσiπHonvironmentHβnσHnegrβσβtionHofHSβtrβplβtindHkHtointHoxperimentβlHβnσH
TheoretiπβlHsnvestigβtionVHInorganicfChemistryTH2017TH^_TH_XY[U_XZ_ 5.1 8

138 TheHroleHofHmetβlHsuζstitutionHinHtheHpromisπuityHofHnβturβlHβnσHβrtifiπiβlHπβrζoniπHβnhyσrβsesVH
CoordinationfChemistryfReviewsTH2017TH[]^THa[Ub^ 23.2 8

137 TheHroleHofHβrseniπHinHtheHhyσrolysisHβnσHnxkHmetβlβtionHproπessesHinHβnHβrsenousHβπiσUplβtinumPiiQH
βntiπβnπerHπomplexVHPhysicalfChemistryfChemicalfPhysicsTH2017THYcTHY[ZbUY[[] 3.6 8

136 StruπturesTHζinσingHenergiesHβnσHtemperβtureHeffeπtsHinHPHleft®H{{text{wg}}leftPH{{text{xr}}_{[}H}H
rightQ_{nHgHYHUHYX}H}Hrightø−{ZHSH}HQHπlustersVHTheoreticalfChemistryfAccountsTH2019THY[bTHY 1.9 8

135 soσineHsuζstituteσHphosphorusHπorroleHπomplexesHβsHpossiζleHphotosensitizersHinHphotoσynβmiπH
therβpydHsnsightsHfromHtheoryVHJournalfoffComputationalfChemistryTH2020TH]YTHY[c^UY]XY 3.5 8

134 kHσeeperHinsightHonHtheHrβσiπβlHsπβvengerHβπtivityHofHtwoHsimpleHπoumβrinsHtowβrσHyyrHrβσiπβlVH
ComputationalfandfTheoreticalfChemistryTH2016THYXaaTHY[[UY[b 2 8

133 SoyζeβnHβglyπonesHβntioxiσβntHβπtivityVHkHtheoretiπβlHinvestigβtionVHComputationalfandfTheoreticalf
ChemistryTH2016THYXaaTHYYcUYZ] 2 8

132 lynsz—HforHphotoσynβmiπHtherβpyHβppliπβtionsdHπomputβtionβlHstuσyHofHtheHeffeπtHofHζromineH
suζstitutionHonHyHphotosensitizβtionVHJournalfoffMolecularfModelingTH2018THZ]THYb[ 2 8

131 kntioxiσβntHpropertiesHβnσHfreeHrβσiπβlHsπβvengingHmeπhβnismsHofHπyπloπurπuminVHNewfJournalfoff
ChemistryTH2018TH]ZTHYZ_cbUYZaX^ 3.6 8

130
ryσrophiliπHβnnulβteσHσinuπleβrHzinπPssQHphthβloπyβnineHβsHTypeHssHphotosensitizersHforHznTdHβH
πomζineσHexperimentβlHβnσHPTnQUnpTHinvestigβtionVHJournalfoffPorphyrinsfandfPhthalocyaninesTH
2013THYaTHcbXUcbb

1.8 8

129 loσipyUsquβrβineHtriβσsdHzrepβrβtionHβnσHstuσyHofHtheHintrβmoleπulβrHenergyHtrβnsferTHπhβrgeH
sepβrβtionHβnσHintersystemHπrossingVHDyesfandfPigmentsTH2017THY]aTH^_XU^aZ 4.6 8

128 TheHnβtureHofHtheHmâ��ksHζonσsHinHβrsββlkynesdHβnHβtomsHinHmoleπulesHβnσHeleπtronHloπβlizβtionH
funπtionHstuσyVHTheoreticalfChemistryfAccountsTH2012THY[YTHY 1.9 8

127 snterβπtionHofHtheHwnZSTHmoZSTHxiZSTHβnσHZnZSHwithHprionHproteinHrqqq•HpentβpeptiσeHmoσelVH
InternationalfJournalfoffQuantumfChemistryTH2011THYYYTHYY^ZUYY_Z 2.1 8
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126
mβnHsuζpyriporphyrinHβnσHitsHζoronHπomplexHζeHproposeσHβsHphotosensitizersHinHphotoσynβmiπH
therβpyHiHkHfirstHprinπipleHtimeHσepenσentHstuσyVHPhotochemicalfandfPhotobiologicalfSciencesTH2009TH
bTH[b_UcX

4.2 8

125 nensityHfunπtionβlHstuσyHofHβtomiπHnitrogenHβnσHoxygenHπhemisorptionHonHmoσelHπlustersH
simulβtingHtheHmuHβnσHkgHPYXXQHsurfβπesVHJournalfoffMolecularfCatalysisfATH1997THYYcTH[baU[cZ 8

124 kssessmentHofHkpproximβteHnensityHpunπtionβlHwethoσsHforHtheHStuσyHofHtheHsnterβπtionsHofHklPsssQH
withHkromβtiπHkminoHkπiσsVHJournalfoffChemicalfTheoryfandfComputationTH2007TH[THYb[XU_ 6.4 8

123 ynHtheHζinσingHmoσeHofHureβseHβπtiveHsiteHinhiζitorsdHkHσensityHfunπtionβlHstuσyVHInternationalf
JournalfoffQuantumfChemistryTH2008THYXbTHZXZ[UZXZc 2.1 8

122 –zSHmrowsmkvHSrspTSHpy}HmyHknSy}lonHyxHxiPYXXQdHkHTroy}oTsmkvHST“n—VHSurfacefReviewfandf
LettersTH1995THXZTH^_[U^_b 1.1 8

121 kσsorptionHofHmyHonHmoσelHπlustersHsimulβtingHtheHxiPYXXQHsurfβπeTHstuσieσHζyHmeβnsHofHtheH
vmqTyUvSnHmethoσVHSurfacefScienceTH1994TH[XaU[XcTHYY[UYYa 1.8 8

120 nensityHpunπtionβlHwoσelingHofHvigβnσUwetβlHsnterβπtionsHβnσHonzymβtiπHkπtivitiesHinH
wetβlloenzymesH1996THYUZZ 8

119 }βtionβlizβtionHofHtheHSuperiorHkntiπβnπerHkπtivityHofHzhenβnthriplβtindHknHsnUnepthHmomputβtionβlH
oxplorβtionVHChemistryftfAfEuropeanfJournalTH2020THZ_THZ^cUZ_b 4.8 8

118 mβnHlynsz—HnimersHkπtHβsHzhotosensitizersHinHzhotoσynβmiπHTherβpyiHkHTheoretiπβlHzreσiπtionVH
FrontiersfinfPhysicsTH2018TH_TH 3.9 8

117 kHnpTHstuσyHofHtheHβppliπβζilityHofHtheHπhβrgeHζβlβnπeHmoσelHinHtwoUmetβlHenzymesdHTheHπβseHofH
πkwzUσepenσentHproteinHkinβseVHChemicalfPhysicsfLettersTH2013TH^aYTH__UaX 2.5 7

116 nensityHpunπtionβlHneterminβtionHofHtheHonergetiπsHofHtheHpormβtionHofHtrβnsUStilζeneHmβtβlyzeσH
ζyHSulfenβteHknionsVHChemCatChemTH2017THcTHZabUZbY 5.2 7

115 weπhβnismHofHthyroxineHσeioσinβtionHζyHnβphthylUζβseσHioσothyronineHσeioσinβseHmimiπsHβnσHtheH
hβlogenHζonσingHroledHβHnpTHinvestigβtionVHChemistryftfAfEuropeanfJournalTH2015THZYTHb^^]U_X 4.8 7

114 monformβtionβlHζehβviourHofHtheHβntineoplβstiπHpeptiσeHσolβstβtinUYXHβnσHofHtwoHmutβteσH
σerivβtivesVHJournalfoffComputertAidedfMolecularfDesignTH1995THcTH]Z^U[b 4.2 7

113 TrβnsitionHstβteHloπβlizβtionHζyHβHσensityHfunπtionβlHmethoσVHkppliπβtionsHtoHisomerizβtionHβnσH
symmetryUforζiσσenHreβπtionsVHTheoreticafChimicafActaTH1995THcYTHYacUYb_ 7

112 peβturesHofHtheHpotentiβlHenergyHsurfβπeHforHtheHmr[HSHyZHreβπtionHπhβnnelsVHChemicalfPhysicsf
LettersTH1994THZZ^THZXbUZYZ 2.5 7

111 woleπulβrHorζitβlHstuσyHofHtheHprotonβtionHofHσkTHσqTHσmHβnσHσTHZOUσeoxyriζonuπleosiσesVH
ComputationalfandfTheoreticalfChemistryTH1994TH[X_THYb^UYc^ 7

110 snterβπtionHofHβtomiπHhyσrogenHwithHπlusterHmoσelsHofHzσTH}hHβnσHζimetβlliπHzσSnHβnσH}hSnH
πβtβlystsVHSurfacefScienceTH1990THZ[^THv[YcUv[Z[ 1.8 7

109
“seHofHsuζspeπtrβHofHaaSeHinHtheHYrHnuπleβrHmβgnetiπHresonβnπeHspeπtrosπopyHofHmoleπulesH
pβrtiβllyHorienteσHinHβHnemβtiπHmesophβseVHknβlysisHofHselenophenUZUπβrζβlσehyσeVHJournalfoffthef
ChemicalfSocietyfPerkinfTransactionsfIITH1979THYXc

7

(1979-2009)
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108 xonUempiriπβlHβnσHmnσoHstuσyHofHtheHgeometryHβnσHeleπtroniπHstruπtureHofHrZ–yHrβσiπβlsVHJournalf
offMolecularfStructureTH1982THcXTH^cU_] 3.4 7

107 TnnpTHinvestigβtionHonHmethylviologenTH[TaUσiβzβζenzophospholeTHβnσHheliπβlHhelquβtH
eleπtroπhromiπHsystemsVHTheoreticalfChemistryfAccountsTH2016THY[^THY 1.9 7

106 mβnHfuseσHthiopheneâ��pyrroleUπontβiningHringsHβπtHβsHpossiζleHnewHeleπtroπhromiπHσyesiHkH
πomputβtionβlHpreσiπtionVHTheoreticalfChemistryfAccountsTH2016THY[^THY 1.9 7

105 TheHynsetHofHnehyσrogenβtionHinHSoliσHkmmoniβHlorβnedHknHkζHsnitioHwetβσynβmiπsHStuσyVH
AngewandtefChemieTH2019THY[YTH]XY_U]XZX 3.6 7

104 olusiveHsntermeσiβtesHinHtheHlreβkσownH}eβπtivityHzβtternsHofHzroσrugHzlβtinumPs”QHmomplexesVH
JournalfoffthefAmericanfSocietyfforfMassfSpectrometryTH2019TH[XTHYbbYUYbc] 3.5 6

103 TheoretiπβlHinvestigβtionHonHtheHrestoringHstepHofHtheHπβrζoniπHβnhyσrβseHπβtβlytiπHπyπleHforHnβturβlH
βnσHpromisπuousHsuζstrβtesVHArchivesfoffBiochemistryfandfBiophysicsTH2015TH^bZTHYXYU_ 4.1 6

102 offeπtHofHmopperHonHtheHwitoπhonσriβlHmβrnitineWkπylπβrnitineHmβrrierH”iβHsnterβπtionHwithHmysY[_H
βnσHmysY^^VHzossiζleHsmpliπβtionsHinHzβthophysiologyVHMoleculesTH2020THZ^TH 4.8 6

101 yeninWSyringiπHkπiσHmopigmentβtiondHsnsightsHpromHβHTheoretiπβlHStuσyVHFrontiersfinfChemistryTH2019
THaTH^ac 5 6

100 kHstuσyHonHtheHphysiπoπhemiπβlHpropertiesHβnσHπytotoxiπHβπtivityHofHpUsulfoπβlix®]øβreneUneσβplβtinH
πomplexVHJournalfoffPhysics:fConferencefSeriesTH2019THY[YXTHXYZXYY 0.3 6

99
TrimethylphosphβteHβnσHnimethylphosphβteHryσrolysisHζyHlinuπleβrHmσHTHwnHTHβnσHZnHUpeH
zromisπuousHyrgβnophosphβteUnegrβσingHonzymedH}eβπtionHweπhβnismsVHChemistryftfAfEuropeanf
JournalTH2017THZ[THY[a]ZUY[a^[

4.8 6

98 StruπturesTHhβrmoniπHviζrβtionβlHfrequenπiesHβnσHinterπonversionHpotentiβlHenergyHprofileHofH
xiSPmZrZQZHπomplexesVHComputationalfandfTheoreticalfChemistryTH2004THaXcTHY_aUYaX 6

97 TheoretiπβlHpreσiπtionHofHnuπleβrHquβσrupoleHπouplingHπonstβntsHofHnxkHβnσH}xkHnuπleiπHβπiσH
ζβsesVHJournalfoffMolecularfStructureTH2001TH^_[U^_]THYZ^UY[] 3.4 6

96 monformβtionβlHζehβviourHofHYT]UσihyσroniπotinβmiσeHβnσHprotonβteσHniπotinβmiσeHinHvβπuoHβnσHinH
solventdHβHσensityHfunπtionβlHstuσyVHComputationalfandfTheoreticalfChemistryTH2000TH^XYU^XZTHZY^UZZX 6

95 kHtheoretiπβlHstuσyHofHrelβxβtionHβnσHreπonstruπtionHofHtheHPYYYQHsurfβπeHofHσiβmonσVHSurfacef
ScienceTH1985THY_ZTHY_cUYa] 1.8 6

94
kHloronUmontβiningHmompounσHkπtingHonHwultipleHTβrgetsHkgβinstHklzheimerOsHniseβseVHsnsightsH
fromHkζHsnitioHβnσHwoleπulβrHnynβmiπsHSimulβtionsVHJournalfoffChemicalfInformationfandfModelingTH
2021TH_YTH[[caU[]YX

6.1 6

93 nireπtHβnσHπlusterUβssisteσHσehyσrogenβtionHofHmethβneHζyHxζHβnσHTβdHβHtheoretiπβlHinvestigβtionVH
PhysicalfChemistryfChemicalfPhysicsTH2017THYcTHY_YabUY_Ybb 3.6 5

92 }βtionβlHnesignHofHwoσifieσHyxoζβπterioπhlorinsHβsHzotentiβlHzhotoσynβmiπHTherβpyH
zhotosensitizersVHInternationalfJournalfoffMolecularfSciencesTH2019THZXTH 6.3 5

91
mollisionUinσuπeσHσissoπiβtionHproσuπtsHofHtheHprotonβteσHσipeptiσeHπβrnosinedHstruπturβlH
eluπiσβtionTHfrβgmentβtionHpβthwβysHβnσHpotentiβlHenergyHsurfβπeHβnβlysisVHPhysicalfChemistryf
ChemicalfPhysicsTH2015THYaTHYZ_a[UbZ

3.6 5
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90 prβgmentβtionHpβthwβysHβnβlysisHforHtheHgβsHphβseHσissoπiβtionHofHprotonβteσH
πβrnosineUoxβliplβtinHπomplexesVHDaltonfTransactionsTH2015TH]]TH]]^^U_a 4.3 5

89 mβpsβiπinTHβHzowerfulHyrUsnβπtivβtingHvigβnσVHAntioxidantsTH2020THcTH 7.1 5

88 SiteUseleπtiveHmethylβtionHofHxPζetβQUnosylHhyσrβziσesHofHxUnosylHproteπteσHβlphβUβminoHβπiσsVH
JournalfoffOrganicfChemistryTH2010THa^TH[[bYU_ 4.2 5

87 pβvoreσHreβπtionHmeπhβnismHofHπβlπiumUσepenσentHphospholipβseHkPZQVHsnsightsHfromHσensityH
funπtionβlHexplorβtionVHJournalfoffPhysicalfChemistryfBTH2010THYY]THYY^b]Uc[ 3.4 5

86 TheHinfluenπeHofHsurfβπeHoxygenHβnσHhyσroxylHgroupsHonHtheHσehyσrogenβtionHofHethyleneHonHzσkuH
surfβπeHβlloysVHkHtheoretiπβlHπlusterHmoσelHstuσyVHChemicalfPhysicsfLettersTH2010TH]c[THbaUc[ 2.5 5

85
nensityHfunπtionβlHpotentiβlHenergyHhypersurfβπeHofHprotonβteσHozonedHkHπompβrisonHζetweenH
σifferentHgrβσientUπorreπteσHnonloπβlHfunπtionβlsVHInternationalfJournalfoffQuantumfChemistryTH1997
TH_YTH]Y^U]ZX

2.1 5

84 zσTH}hTHsrHβnσHztHβσsorptionHonHgolσdHkHtheoretiπβlHstuσyHofHσifferentHsurfβπesVHChemicalfPhysicsf
LettersTH2007TH]]ZTHYX^UYXc 2.5 5

83 rowHmβnH“rβniumHsonsHP“STH“ZSQHkπtivβteHtheHyirHlonσHofH•βterHinHtheHqβsHzhβseiVHAngewandtef
ChemieTH2006THYYbTHYYY[UYYYa 3.6 5

82 sonUinσuπeσHβtomiπUlikeHvwwHβnσHvZwwHkugerUeleπtronHemissionHfromHwgTHklTHSiTHβnσHwgxklYUxdH
}oleHofHsymmetriπHβnσHβsymmetriπHπollisionsVHPhysicalfReviewfBTH1993TH]bTHccbaUccc] 3.3 5

81 snnerHβnσHvβlenπeHshellHphotoeleπtronHspeπtrβHπβlπulβteσHζyHtheHσensityHfunπtionβlHmethoσVHJournalf
offElectronfSpectroscopyfandfRelatedfPhenomenaTH1994TH_cTHbYUba 1.7 5

80 mhemisorptionHofHβtomiπHnitrogenHonHmβgnetiπHxiPXXYQVHSurfacefScienceTH1992THZ_cUZaXTHZbbUZcZ 1.8 5

79 mlusterUmoσelHstuσyHonHtheHβσsorptionHofHβtomsHβnσHmoleπulesHonHtheHζβsβlHplβneHofHgrβphiteVH
ComputationalfandfTheoreticalfChemistryTH1989THZXYTHY]cUY^c 5

78 SpeπtrosπopiπHβnσHeleπtroniπHstruπtureHofHtheHmusnTHkgsnTHmuqβHβnσHkgqβHσiβtomiπsVHZeitschriftfFˆ…rf
PhysikfDtAtomsfMoleculesfandfClustersTH1990THYaTHY[[UY[_ 5

77 TheHfrβgmentβtionHofHmZr_xSHionsdHβnHβlternβtiveHmeπhβnismVHChemicalfPhysicsfLettersTH1987THY[[TH^]bU^^Z2.5 5

76 SummβryHkζstrβπtdHTheoretiπβlHinvestigβtionHofHklHπhemisorζeσHonHtheHPYXXQHsiliπonHsurfβπeVHJournalf
offVacuumfSciencefandfTechnologyfA:fVacuumsfSurfacesfandfFilmsTH1988TH_THY^^cUY^_X 2.9 5

75 knHβζHinitioHreinvestigβtionHofHtheHgeometriπHβnσHeleπtroniπHstruπtureHofHζoronHtrioxiσeVH
ComputationalfandfTheoreticalfChemistryTH1981THa_THZcU[^ 5

74 momputβtionβlHStuσyH}eveβlsHtheH}oleHofH•βterHwoleπulesHinHtheHsnhiζitionHweπhβnismHofHvkTYHζyH
YTZT[UnithiβzolesVHJournalfoffChemicalfInformationfandfModelingTH2021TH 6.1 5

73 kntiπβnπerHkπtivityTHnxkHlinσingTHβnσHzhotoσynβmiπHzropertiesHofHβHximixUmoorσinβteσHztPssQH
momplexVHInorganicfChemistryTH2021TH_XTHYX[^XUYX[_X 5.1 5
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72 TheoretiπβlHinsightHintoHjointHphotoσynβmiπHβπtionHofHβHgolσPiQHπomplexHβnσHβHlynsz—HπhromophoreH
forHsingletHoxygenHgenerβtionVHPhysicalfChemistryfChemicalfPhysicsTH2019THZYTH[]]_U[]^Z 3.6 5

71 momputβtionβllyHσesigneσHpUπoumβriπHβπiσHβnβlogsdHseβrπhingHforHneuroproteπtiveHβntioxiσβntsVH
NewfJournalfoffChemistryTH2021TH]^THY][_cUY][bX 3.6 5

70 kHmiπroUenvironmentβlHstuσyHofHtheHZnPSZQUk˛†YUY_HstruπturβlHpropertiesVHBiophysicalfChemistryTH
2013THYbZTHb_Uc[ 3.5 4

69 momputβtionβlHsnvestigβtionHonHtheHweπhβnismHofHkmiσeHlonσHpormβtionHζyHusingH
zhosphineUlβseσH}eσoxHmβtβlysisVHChemCatChemTH2015THaTHZ[XcUZ[YZ 5.2 4

68 ryσrogenUζonσeσHβnσHvβnHσerH•ββlsHπomplexesHstuσieσHζyHβHqβussiβnHσensityHfunπtionβlHmethoσVH
TheHπβseHofHPrpQZTHkrrmlHβnσHkrZrmlHsystemsVHTheoreticafChimicafActaTH1995THcYTHY_cUYaa 4

67 monformβtionHβnσHstruπtureHofHethβneUYTZUσithiolHfromHβζHinitioHrpHβnσHwz[HstuσyVHComputationalf
andfTheoreticalfChemistryTH1992THZ^aTH]b^U]cX 4

66 monformβtionβlHζehβviorHofHnonfuseσHζiheteroπyπlesdHzβrtH–”sVHssomeriπHphenylUtetrβzinesHβnσH
ζitetrβzinesVHStructuralfChemistryTH1992TH[THY_[UY_b 1.8 4

65 TheoretiπβlHstuσyHofHtheHπhemisorptionHofHoxygenHonHmuPXXYQVHPhysicsfLetterssfSectionfA:fGeneralsf
AtomicfandfSolidfStatefPhysicsTH1992THY_^TH[aaU[bX 2.3 4

64 ryσrogenHπhemisorptionHonHtheHxiPYXXQHsurfβπedHoleπtroniπHβnσHmβgnetiπHpropertiesHfromHβH
loπβlUspinUσensityHstuσyVHSurfacefScienceTH1991THZ^YUZ^ZTH]_U^X 1.8 4

63 kHtheoretiπβlHstuσyHofHtheHnitrogenâ��grβphiteHsystemVHComputationalfandfTheoreticalfChemistryTH
1986THY[cTHZaaUZbZ 4

62 mxnyWZHπonformβtionβlHβnβlysisHofHβπetylselenoπholineVHJournalfoffTheoreticalfBiologyTH1977TH__THbYYU] 2.3 4

61
ynHtheHmβtβlytiπHkπtivityHofHtheHongineereσHmoileσUmoilHreptβmerHwimiπkingHtheHryσrolβseH
onzymesdHsnsightsHfromHβHmomputβtionβlHStuσyVHInternationalfJournalfoffMolecularfSciencesTH2020TH
ZYTH

6.3 4

60 zhotophysiπβlHzropertiesHofHxitrβteσHβnσHrβlogenβteσHzhosphorusHTritolylπorroleHmomplexesdH
snsightsHfromHTheoryVHMoleculesTH2018THZ[TH 4.8 4

59 kntioxiσβntHzropertiesHofHtheH”βm[HnerivβtiveHofH}esverβtrolVHMoleculesTH2018THZ[TH 4.8 4

58
rowHwetβlHmoorσinβtionHinHtheHmβUTHmeUTHβnσHouUmontβiningHwethβnolHnehyσrogenβseHonzymesHmβnH
snfluenπeHtheHmβtβlysisdHkHTheoretiπβlHzointHofH”iewVHChallengesfandfAdvancesfinfComputationalf
ChemistryfandfPhysicsTH2019TH]baU^XY

0.7 3

57 wβssHSpeπtrometriπHβnσHmomputβtionβlHsnvestigβtionHofHtheHzrotonβteσHmβrnosineUmβrζoplβtinH
momplexHprβgmentβtionVHInorganicfChemistryTH2015TH^]THabb^Uca 5.1 3

56 weπhβnismHofHβπtionHofHtheHπurπuminHπisUσiβmmineplβtinumPssQHπomplexHβsHβHphotoπytotoxiπHβgentVH
InorganicfChemistryfFrontiersTH2020THaTHZa^cUZa_c 6.8 3

55 weπhβnistiπHoxplβnβtionHofHtheH•eβkHmβrζoniπHknhyσrβseOsHosterβseHkπtivityVHMoleculesTH2017THZZTH 4.8 3
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54 StruπturβlHβnσHζinσingHpropertiesHofHmetβlHionHπhelβtorsHrelevβntHtoHklzheimerOsHσiseβseVHkH
theoretiπβlHinvestigβtionVHInternationalfJournalfoffQuantumfChemistryTH2012THYYZTHZYXcUZYY] 2.1 3

53
monstrβineσHoptimizβtionHproπeσureHforHfinσingHtrβnsitionHstβtesHβnσHreβπtionHpβthwβysHinHtheH
frβmeworkHofHgβussiβnHζβseσHσensityHfunπtionβlHmethoσdHtheHπβseHofHisomerizβtionHreβπtionsVH
TheoreticalfandfComputationalfChemistryTH1995THZTHZ^^UZaZ

3

52 monformβtionβlHβnβlysisHofHTrβnsUζenzyliσeneUβnilineVHkHnonHempiriπβlHstuσyVHComputationalfandf
TheoreticalfChemistryTH1988THY_]TH]X[U]X_ 3

51 ryσrβtionHofHkromβtiπHxitrilesHmβtβlyzeσHζyHwnUyrHmomplexesdHkH}βtionβlizβtionHfromH{uβntumH
mhemiπβlHsnvestigβtionsVHOrganometallicsTH2020TH[cTH[[^ZU[[_Y 3.8 3

50 {uβntumHweπhβniπβlHzreσiπtionsHofHtheHkntioxiσβntHmβpβζilityHofHworβπinHmHssomersVHFrontiersfinf
ChemistryTH2021THcTH____]a 5 3

49 weπhβnistiπHinvestigβtionHofHtrimethylβmineUxUoxiσeHreσuπtionHπβtβlyseσHζyHζiomimetiπH
molyζσenumHenzymeHmoσelsVHPhysicalfChemistryfChemicalfPhysicsTH2016THYbTHb]ZbU[_ 3.6 3

48 snsightsHintoHtheHmβtβlytiπHweπhβnismHofHnomβinsHmnYHβnσHmnZHinHristoneHneβπetylβseH_HfromH
{uβntumHmβlπulβtionsVHACSfCatalysisTH2021THYYTH[Xb]U[Xc[ 13.1 3

47
TheHSeUSHlonσHpormβtionHinHtheHmovβlentHsnhiζitionHweπhβnismHofHSk}SUmo”UZHwβinHzroteβseHζyH
oζselenUlikeHsnhiζitorsdHkHmomputβtionβlHStuσyVHInternationalfJournalfoffMolecularfSciencesTH2021TH
ZZTH

6.3 3

46 TheoretiπβlHσeterminβtionHofHeleπtronHβffinityHβnσHionizβtionHpotentiβlHofHnxkHβnσH}xkHζβsesH2000TH
ZYTHYZ][ 3

45
momputβtionβlHweπhβnistiπHsnsightsHonHtheHxyHyxiσβtionH}eβπtionHmβtβlyzeσHζyHxonUremeH
liomimetiπHmrUxUTetrβmethylβteσHmyπlβmHmomplexesVHInternationalfJournalfoffMolecularfSciencesTH
2019THZXTH

6.3 2

44 kHnpTHinvestigβtionHofHβHζulkyHζiomimetiπHmoσelHπβtβlyzingHtheH^OUouterHringHσeioσinβtionHofH
thyroxineVHJournalfoffMolecularfModelingTH2016THZZTHZba 2 2

43 TheoretiπβlHinvestigβtionHofHtheHβπtionHmeπhβnismsHofHxTxUσiUβlkylβteσHσiβrylβmineHβntioxiσβntsVH
TheoreticalfChemistryfAccountsTH2017THY[_THY 1.9 2

42 TimeUnepenσentHnensityHpunπtionβlHmomputβtionsHofHtheHSpeπtroπhemiπβlHzropertiesHofH
nithioloσithioleHβnσHThiopheneHoleπtroπhromiπHSystemsVHMaterialsTH2017THYXTH 3.5 2

41 woleπulβrHselfUorgβnizβtionHinHmiπroUTHnβnoUTHβnσHmβπroUσimensionsdHpromHmoleπulesHtoHwβterTH
nβnopβrtiπlesTHnxkHβnσHproteinsVHInternationalfJournalfoffQuantumfChemistryTH2010THYYXTHYU] 2.1 2

40 TheoretiπβlHπompβrisonHζetweenHstruπturβlHβnσHσynβmiπβlHfeβturesHofHnolβstβtinsHYYHβnσHYZH
βntineoplβstiπHσepsipeptiσesVHSARfandfQSARfinfEnvironmentalfResearchTH2003THY]TH]a^Ub] 3.5 2

39 ynHtheHfrβgmentβtionHpβthwβyHofHtheHionizeσHenolHofHglyπineHinHtheHgβsHphβseVHRapidf
CommunicationsfinfMassfSpectrometryTH2001THY^TH^]YU^ 2.2 2

38 ynHtheH}eβπtivityHofHniβmonσUvikeHSemiπonσuπtorHSurfβπesVHStudiesfinfSurfacefSciencefandfCatalysisTH
1989THbXcUbY_ 1.8 2

37 xonempiriπβlHβnβlysisHofHunusuβlHπhemiπβlHζonσsVHssVHklrZlr]HβnσHklrZm[r^VHInternationalfJournalf
offQuantumfChemistryTH1981THYcTHYYcaUYZXY 2.1 2

(1981-2012)

23



36 ynHtheHSπβvengingHkζilityHofHSπutellβreinHβgβinstHtheHyyrH}βσiπβlHinH•βterHβnσHvipiσUlikeH
onvironmentsdHkHTheoretiπβlHStuσyVVHAntioxidantsTH2022THYYTH 7.1 2

35
qoywoT}soSTHlsxnsxqHoxo}qsoSTHsyxsZkTsyxHzyToxTskvSTHovomT}yxHkppsxsTsoSHkxnH
}okmTs”sT—HsxnsmoSHypHkvukvsUwoTkvHPvinHβnσHxβnTHnHgHZHâ��H^QHwsm}ymv“STo}SVdHxo•HsxSsqrTSH
p}ywHnoxSsT—Hp“xmTsyxkvHsx”oSTsqkTsyxSH1999THZ]^UZac

2

34 TheoretiπβlHσeterminβtionHofHtheHβquβtionHreβπtionHmeπhβnismHofHπyπlometβlβteσHζenzimiσβzoleH
}uPssQHβnσHsrPsssQHβntiπβnπerHπomplexesVHInorganicafChimicafActaTH2018TH]aXTH[Z^U[[X 2.7 2

33
kttoseπonσHσynβmiπsHsimulβtionsHofHglyπineHirrβσiβteσHζyH˛–UpβrtiπledHmommentHonHJkHneverUenσingH
storyHinHtheHskydHTheHseπretsHofHπhemiπβlHevolutionJHζyHmVHzuzzβriniHβnσH”VHlβroneVHPhysicsfoffLifef
ReviewsTH2020TH[ZTHYY]UYY_

2.1 2

32 SequesteringHkζilityHofHβHSynthetiπHmhelβtingHkgentHtowβrσsHmopperPssQHβnσHsronPsssQdHkHnetβileσH
TheoretiπβlHβnσHoxperimentβlHknβlysisVHChemistryftfanfAsianfJournalTH2020THY^TH[Z__U[Za] 4.5 2

31 TheoretiπβlHexplorβtionHofHtheHphotophysiπβlHpropertiesHofHtwoUπomponentH}uUporphyrinHσyesHβsH
promisingHβssemζliesHforHβHπomζineσHβntitumorHeffeπtVHDaltonfTransactionsTH2020TH]cTHYZ_^[UYZ__Y 4.3 2

30 TheHplβtinβtionHmeπhβnismHofH}xβseHkHζyHβrsenoplβtindHinsightHfromHtheHtheoretiπβlHstuσyVHInorganicf
ChemistryfFrontiersTH2021THbTHYac^UYbX[ 6.8 2

29 zhotophysiπβlHpropertiesHofHheβvyHβtomHπontβiningHtetrβsulfonylHphthβloπyβninesHβsHpossiζleH
photosensitizersHinHphotoσynβmiπHtherβpyVHJournalfoffComputationalfChemistryTH2021TH]ZTHYbX[UYbXb 3.5 2

28 TheHqenerβtionHofHtheHyxiσβntHkgentHofHβHwononuπleβrHxonhemeHpePssQHliomimetiπHmomplexHζyH
yxiσβtiveHneπβrζoxylβtionVHkHnpTHsnvestigβtionVHMoleculesTH2020THZ^TH 4.8 1

27 TheoretiπβlHβnσHstruπturβlHstuσiesHonHmeπhβnismHofHtheHSteπHreβπtionVHTetrahedronTH2012TH_bTH^^^]U^^_[ 2.4 1

26 wβgnesiumHβmiσoζorβneHmonoβmmoniβtedHzlβneUwβveHnpTHπβlπulβtionsVHChemicalfPhysicsfLettersTH
2012TH^]^THZ_UZb 2.5 1

25 zrefβπedHzβpersHπolleπteσHonHtheHoππβsionHofHtheH[]thHmongressHofHmhemistsHofHvβtinHoxpressionH
P–––s”HmrsTovQVHInternationalfJournalfoffQuantumfChemistryTH2010THYYXTH]baU]bb 2.1 1

24 monformβtionβlHζehβviorHofHβntineoplβstiπHpeptiσesHnolβstβtinHYXHβnσHnolβstβtinHY^HfromHwonteH
mβrloHβnσHmoleπulβrHσynβmiπsHsimulβtionsVHInternationalfJournalfoffQuantumfChemistryTH2007THYXaTH[YbU[Z^2.1 1

23 xonUempiriπβlHπlusterUmoσelHstuσyHofHtheHrelβxβtionHofHPYYYQHsurfβπesHofHmTHSiTHqeVHComputationalf
andfTheoreticalfChemistryTH1990THZX]TH[Z^U[Zc 1

22 xonempiriπβlHπlusterHmoσelHstuσyHofHtheHonUtopHπhemisorptionHofHfluorineHβnσHπhlorineHonHmPYYYQH
surfβπeVHSolidfStatefCommunicationsTH1988TH_^THc]^Uc]a 1.6 1

21 kHnonHempiriπβlHβnσHβnHwxnyHstuσyHofHxUwethylUxiUnitroUxUnitrosoguβniσineVHComputationalfandf
TheoreticalfChemistryTH1986THY]bTHYa^UYab 1

20 zotentiβlHonergyHSurfβπesHforH}eβπtionHmβtβlyzeσHζyHwetβlloenzymesHfromH{uβntumHmhemiπβlH
momputβtionsVHNATOfSciencefforfPeacefandfSecurityfSeriesfA:fChemistryfandfBiologyTH2009THZa^U[Y[ 0.1 1

19 StruπtureHβnσHpropertiesHofHβHπopperUmeσiβteσHnuπleoζβseHpβirHfromHσensityHfunπtionβlHtheoryH
investigβtionVHInorganicafChimicafActaTH2016TH]^ZTHYc]UYcb 2.7 1
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18 ynHtheHoleπtroπhromiπHzropertiesHofHlorepinsdHkHmomputβtionβlHzreσiπtionVHACSfOmegaTH2018TH[THc^^_Uc^_[3.9 1

17 zhotophysiπβlHpropertiesHofHmethylHketoneHζβseσHmultiUresponsiveHeleπtroπhromiπHmβteriβlsdHkH
theoretiπβlHinvestigβtionVHJournalfoffMolecularfLiquidsTH2021TH[[bTHYY_^a_ 6 1

16 ynHtheHinterβπtionHofHwoHβnσHwoZHwithHxr[THmZr]THβnσHm[r_H2001THZZTHY^^a 1

15 TheoretiπβlHexplorβtionHofHtheHreσuπtionHreβπtionHofHmonofunπtionβlHphenβnthriplβtinHztPs”QH
proσrugsVHInorganicafChimicafActaTH2019TH]c^THYYbc^Y 2.7 0

14 TheHstruπtureHofHtheHβmmoniβâ��ζorylHrβσiπβlHPlrZxr[QTHβnHinorgβniπHβnβlogueHofHtheHethylHrβσiπβlVH
kHnonHempiriπβlHstuσyVHComputationalfandfTheoreticalfChemistryTH1987THY^YTH[_^U[aY 0

13 TheoretiπβlHinvestigβtionHonHζisβrylselβnylζenzoUZTYT[UselenβσiβzolesHβsHpotentiβlHphotosensitizersH
inHphotoσynβmiπHtherβpyVHJournalfoffChemicalfPhysicsTH2021THY^]THXb]YY[ 3.9 0

12 lerylliumHionHπoorσinβtionHinHkmmoniβTHmethβnolHβnσHwβterHsolventsVHJournalfoffMolecularfLiquidsTH
2022TH[_XTHYYc]Y] 6 0

11 zrefβπeHtoHtheHspeπiβlHπolleπtionHinHhonourHofH”inπenzoHlβroneVHTheoreticalfChemistryfAccountsTH
2012THY[YTHY 1.9

10 TheHmontriζutionHofHTheoretiπβlHmhemistryHtoHtheHnrugHnesignHinHzhotoσynβmiπHTherβpyH2011THYZYUY[]

9 nensityHfunπtionβlHπβlπulβtionsHofHtheHeleπtroniπHstruπtureHβnσHmβgnetismHofHtheHσifferentHphβsesH
ofHVHChemicalfPhysicsfLettersTH2010TH]cbTHZbYUZb_ 2.5

8 SeπonσHsnternβtionβlHTheoretiπβlHliophysiπsHSymposiumTHˆ�reζroH“niversityTHSweσenTHtuneHZbâ��tulyH
YTHZXX^VHInternationalfJournalfoffQuantumfChemistryTH2007THYXaTHZ^cUZ_X 2.1

7 momζineσHmoleπulβrHmeπhβniπsTHmoleπulβrHσynβmiπsHβnσHquβntumHmeπhβniπβlHstuσyHofH
PSQUmultifiσeneHstruπtureHβnσHπonformβtionVHChemistryfandfEcologyTH2004THZXTHY^aUY_^ 2.3

6 snterβπtionHofHktomiπHryσrogenHwithHtheHPYYYQHβnσHPYXXQHSurfβπesHofHniβmonσUvikeHmrystβlsVHStudiesf
infSurfacefSciencefandfCatalysisTH1989TH_cUa[ 1.8
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