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l Paper IF Citations

1989 iíuc×dat×ñ·CfatcÃPtöPfatcÃCzar×at×öñCgausedC ₆ClöïöcöuøíedCw×deCtröductsC×ñC
wöíut×öñPtröcessa íeCsr·añ×cCwöíarCgeíísQC

1988 wÃedd×ñ·Cp×·ÃtCöñCtÃeCfas×sCwetCheøeñdeñceCöµCtÃeCq×ññesötaCjuñct×öñaís^Ch×µµereñcesCfet₂eeñC
tíañeC{a₀esOCwíaterCjuñct×öñsOCañdCkauss×añsQC

1987 grössPgöïøar×söñsC et₂eeñCi₅øer×ïeñtOCxhPhjxOCggCañdCehgCµörCxrañs×t×öñCiñer·×esQC

1986 weíeñ×uïCwu st×tut×öñCiñÃañcesCve₀erseCmñters₆steïCgröss×ñ·C×ñCaCheía₆edCjíuöresceñceCiï×tterQC

1985 qaøø×ñ·Cpöñ·Pp×₀edCharéCwtatesC×ñCgöøøerCtörøÃ₆r×ñCrañöstructuresQC

1984 qañ·añeseKmmLCqöíecuíarCwöurcesCµörCtíasïaPess×stedCgzhCöµCqñCs₅×desCañdCjíuör×des^CjröïC
trecursörsCtöCkrö₂tÃCtröcessQC

1983 fañdCeí×·ñïeñtC×ñCx₂öPh×ïeñs×öñaíClaí×deCterö₀sé×teCleteröstructures^Cx₆øeCmCörCx₆øeCmmcQC

1982 iíectröñ×cCpe₀eísCöµCi₅cessCiíectröñsC×ñCp×üu×dC{aterQC

1981 weíµPmñteract×öñCirrörC×ñCheñs×t₆Cjuñct×öñaíCxÃeör₆^CeñCeøøra×saíQC

1980 xÃeCwöd×uïCeñ×öñCmsCwtröñ·í₆Ctertur edC×ñCtÃeCgöñdeñsedCtÃaseCi₀eñCxÃöu·ÃCmtCeøøearsCp×éeCaC
jreeCmöñC×ñCrucíearCqa·ñet×cCvesöñañceCi₅øer×ïeñtsQC

1979 höu í₆CrqetÃ₆íatedCtörøÃ₆r×ñö×dsQC

1978 sñPwurµaceCw₆ñtÃes×sCöµCeñt×aröïat×cCañdCsøeñPwÃeííCmñdeñö’UOT ”µíuöreñeCtöí₆ïersCañdCxÃe×rC
pateraíCjus×öñC×ñtöCtöröusCv×  öñsQC

1977 QC

1976 göïøutat×öñaíCtrötöcöíCµörCtrec×seCtred×ct×öñCöµCh₆ePweñs×t×zedCwöíarCgeííCterµörïañceQC

1975 göuøí×ñ·CtöCgÃar·eCxrañsµerCwtatesC×sCtÃeCoe₆CtöCqöduíateCtÃeCsøt×caíCfañdsCµörCiµµ×c×eñtCp×·ÃtC
lar₀est×ñ·C×ñCturøíeCfacter×aQC

1974 feñcÃïaré×ñ·Cheñs×t₆Cjuñct×öñaísCöñCwtructuraíCtaraïetersCöµCwïaííPRqed×uïPw×zedCsr·añ×cC
qöíecuíesQC

1973 gÃar·eCxrañsµerCi₅c×tat×öñsC₂×tÃCvañ·eCweøaratedCjuñct×öñaísCys×ñ·Cmïørö₀edCz×rtuaíCsr ×taísQC
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1972 vigirxCehzergiwCmrCipigxvsrmgCwxvygxyviCxlisv†QC2002OCSTOCTS]PTVY 6

1971 eCdeñs×t₆Cµuñct×öñaíCstud₆CöµC₀añCderC{aaísC×ñteract×öñsQCJournalsofsChemicalsPhysicsOC2002OCTTZOCYSTSPYSTX3.9 245

1970 l₆ r×dCµuñct×öñaísC asedCöñCaCscreeñedCgöuíöï Cøöteñt×aíQCJournalsofsChemicalsPhysicsOC2003OCTT[OC[USZP[UTX3.9 10573

1969 pöcaíCÃ₆ r×dCµuñct×öñaísQCJournalsofsChemicalsPhysicsOC2003OCTT[OCTSY[PTSZV 3.9 255

1968 yxgÃeïCâΔ�CeCtrö·raïCµörCa C×ñ×t×öCuuañtuïCgÃeï×str₆QC2003OC[WP]X 22

1967
xÃeöret×caíCstud×esCöñCeµµect×₀eCe₅cÃañ·eC×ñte·raísCus×ñ·Csø×ñCcörreíat×öñCµuñct×öñCañaí₆s×sCañdC
ïa·ñet×cCeµµect×₀eCdeñs×t₆Cµuñct×öñaíCKqihjLCïetÃödQCInternationalsJournalsofsQuantumsChemistryOC
2004OCTSSOC]UZP]VY

2.1 3

1966 eCñe₂CÃ₆ r×dCe₅cÃañ·eâΔ�cörreíat×öñCµuñct×öñaíCus×ñ·CtÃeCgöuíöï Patteñuat×ñ·CïetÃödC
KgeqPfVp†tLQC2004OCV]VOCXTPXZ 9128

1965 xÃeCïöíecuíarCøÃ₆s×csCíectureCUSSW^CK×LCheñs×t₆Cµuñct×öñaíCtÃeör₆OCK××LCuuañtuïCqöñteCgaríöQC2004OC
TSUOCUV]]PUWS] 31

1964 iíectr×caíCresøöñseCöµCïöíecuíarCcÃa×ñsCµröïCdeñs×t₆Cµuñct×öñaíCtÃeör₆QC2004OC]VOCUTVSSU 133

1963 pöñ·Prañ·eâΔ�sÃörtPrañ·eCseøarat×öñCöµCtÃeCeíectröñPeíectröñC×ñteract×öñC×ñCdeñs×t₆Pµuñct×öñaíC
tÃeör₆QC2004OCZSOC 344

1962 essessïeñtCañdC₀aí×dat×öñCöµCaCscreeñedCgöuíöï CÃ₆ r×dCdeñs×t₆Cµuñct×öñaíQCJournalsofsChemicals
PhysicsOC2004OCTUSOCZUZWP[S 3.9 569

1961 eCíöñ·Prañ·ePcörrectedCt×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆QCJournalsofsChemicalsPhysicsOC
2004OCTUSOC[WUXPVV 3.9 1512

1960 iµµ×c×eñtCÃ₆ r×dCdeñs×t₆Cµuñct×öñaíCcaícuíat×öñsC×ñCsöí×ds^CassessïeñtCöµCtÃeCle₆dPwcuser×aPirñzerÃöµC
screeñedCgöuíöï CÃ₆ r×dCµuñct×öñaíQCJournalsofsChemicalsPhysicsOC2004OCTUTOCTT[ZP]U 3.9 1520

1959 xÃeöret×caíCïetÃödsCtÃatCÃeíøCuñderstañd×ñ·CtÃeCstructureCañdCreact×₀×t₆CöµC·asCøÃaseC×öñsQC2005OC
UWSOCVZP]] 95

1958 xÃeöret×caíC×ñ₀est×·at×öñCöµCadsörøt×öñCöµCör·añ×cCïöíecuíesCöñtöCjeKTTSLCsurµaceQC2005OCZTYOCWXPYS 20

1957 l₆ r×dCµuñct×öñaíC₂×tÃCseøaratedCrañ·eQC2005OCWTXOCTSSPTSX 227

1956 w×ñ·íePreµereñceCa C×ñ×t×öCïetÃödsCµörCtÃeCcaícuíat×öñCöµCe₅c×tedCstatesCöµCíar·eCïöíecuíesQC2005OC
TSXOCWSS]PVZ 2042

1955 eCgwszCstud₆CöµCtÃeCd×µµereñceC et₂eeñCljCañdChjxC×ñterïöíecuíarC×ñteract×öñCeñer·₆C₀aíues^CtÃeC
×ïøörtañceCöµCtÃeCcÃar·eCtrañsµerCcöñtr× ut×öñQCJournalsofsComputationalsChemistryOC2005OCUYOCTSXUPYU 3.5 95

(2005-2002)
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1954 veceñtCad₀añcesC×ñCa C×ñ×t×öOCdeñs×t₆Cµuñct×öñaíCtÃeör₆OCañdCreíat×₀×st×cCeíectröñ×cCstructureCtÃeör₆QC
2005OCXSZPXXZ 13

1953 heñs×t₆Cµuñct×öñaíCtÃeör₆C₂×tÃCcörrectCíöñ·Prañ·eCas₆ïøtöt×cC eÃa₀×örQC2005OC]WOCSWVSSU 338

1952 mñµíueñceCöµCtÃeCíöñ·Prañ·eCe₅cÃañ·eCeµµectCöñCd₆ñaï×cCøöíar×za ×í×t₆QC2005OCTSVOCUT[VPUT[] 42

1951 eCdeñs×t₆Pµuñct×öñaíCstud₆CöñCø×Paröïat×cC×ñteract×öñ^C eñzeñeCd×ïerCañdCñaøÃtÃaíeñeCd×ïerQC
JournalsofsChemicalsPhysicsOC2005OCTUVOCTSWVSZ 3.9 167

1950 trö·ressC×ñCtÃeCde₀eíöøïeñtCöµCe₅cÃañ·ePcörreíat×öñCµuñct×öñaísQC2005OCYY]PZUW 96

1949
quít×resöíut×öñCüuañtuïCcÃeï×str₆C×ñCïuít×₂a₀eíetC ases^Ct×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíC
tÃeör₆C₂×tÃCas₆ïøtöt×caíí₆CcörrectedCøöteñt×aísC×ñCíöcaíCdeñs×t₆CañdC·eñeraí×zedC·rad×eñtC
aøørö₅×ïat×öñsQC2005OCTSVOCWTVPWUW

105

1948 zañCderC{aaísC×ñteract×öñsCstud×edC ₆Cdeñs×t₆Cµuñct×öñaíCtÃeör₆QC2005OCTSVOCTTXTPTTYW 105

1947 x×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆C×ñ₀est×·at×öñCöµCeíectr×cCµ×eídCeµµectsCöñCa sörøt×öñC
søectraCöµCïesöPïesöPí×ñéedCz×ñcCøörøÃ₆r×ñCarra₆s^CvöíeCöµCcÃar·ePtrañsµerCwtatesQC2005OCTS]OCTV]UTPZ 6

1946 ₀añCderC{aaísCµörcesC×ñCdeñs×t₆Cµuñct×öñaíCtÃeör₆^Ctertur at×öñaíCíöñ·Prañ·eCeíectröñP×ñteract×öñC
cörrect×öñsQC2005OCZUOC 265

1945 röñí×ñearCöøt×caíCøröøert₆Ccaícuíat×öñsC ₆CtÃeCíöñ·Prañ·ePcörrectedCcöuøíedPøertur edCoöÃñPwÃaïC
ïetÃödQCJournalsofsChemicalsPhysicsOC2005OCTUUOCUVWTTT 3.9 261

1944 iñer·₆C añdC·aøsCañdCíatt×ceCøaraïetersCe₀aíuatedC₂×tÃCtÃeCle₆dPwcuser×aPirñzerÃöµCscreeñedC
Ã₆ r×dCµuñct×öñaíQCJournalsofsChemicalsPhysicsOC2005OCTUVOCTZWTST 3.9 1306

1943 w×ïøíeCïödeíCöµCtÃeCstat×cCe₅cÃañ·ePcörreíat×öñCéerñeíCöµCaCuñ×µörïCeíectröñC·asC₂×tÃCíöñ·Prañ·eC
eíectröñPeíectröñC×ñteract×öñQC2005OCZUOC 15

1942 weï×eïø×r×caíCÃ₆ r×dCµuñct×öñaíC₂×tÃC×ïørö₀edCøerµörïañceC×ñCañCe₅teñs×₀eCcÃeï×caíCassessïeñtQC
JournalsofsChemicalsPhysicsOC2005OCTUVOCTUTTSV 3.9 126

1941 iµµ×c×eñtCe₀aíuat×öñCöµCsÃörtPrañ·eClartreePjöcéCe₅cÃañ·eC×ñCíar·eCïöíecuíesCañdCøer×öd×cCs₆steïsQC
JournalsofsChemicalsPhysicsOC2006OCTUXOCTSWTSV 3.9 174

1940 mïøörtañceCöµCsÃörtPrañ·eC₀ersusCíöñ·Prañ·eClartreePjöcéCe₅cÃañ·eCµörCtÃeCøerµörïañceCöµCÃ₆ r×dC
deñs×t₆Cµuñct×öñaísQCJournalsofsChemicalsPhysicsOC2006OCTUXOCSZWTSY 3.9 747

1939 mñµíueñceCöµCgöuíöï Patteñuat×öñCöñCe₅cÃañ·ePcörreíat×öñCµuñct×öñaíCüuaí×t₆QC2006OC[OCWXWVP] 124

1938 qañ₆PeíectröñCseíµP×ñteract×öñCerrörC×ñCaøørö₅×ïateCdeñs×t₆Cµuñct×öñaísQCJournalsofsChemicalsPhysics
OC2006OCTUXOCUSTTSU 3.9 547

1937 göïøut×ñ·Ccöuñter×öñCdeñs×t×esCatC×ñterïed×ateCcöuøí×ñ·QC2006OCZVOCSWTXTU 75
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1936 essessïeñtCöµCaCíöñ·Prañ·eCcörrectedCÃ₆ r×dCµuñct×öñaíQCJournalsofsChemicalsPhysicsOC2006OCTUXOCUVWTS] 3.9 1356

1935 sñCtÃeCaccurac₆CöµCdeñs×t₆Cµuñct×öñaíCtÃeör₆C×ñCtrañs×t×öñCïetaíCcÃeï×str₆QC2006OCTSUOCUSV 258

1934 essessïeñtCöµCaCgöuíöï PatteñuatedCe₅cÃañ·ePcörreíat×öñCeñer·₆Cµuñct×öñaíQC2006OC[OCXX[PYU 418

1933 iíectröñ×cCe₅c×tedCstatesCöµCw×KTSSLCañdCör·añ×cCïöíecuíesCadsör edCöñCw×KTSSLQC2006OCTTSOCTZSTPTS 24

1932 gÃaracter×zat×öñCöµCcat×öñ×cCd×ar₆íetÃeñeC ₆CeíectröñCsø×ñCresöñañceCañdCa sörøt×öñCsøectraPrat×öC
öµCöøeñRcíösedPr×ñ·C×söïersQCJournalsofsPhysicalsChemistrysAOC2006OCTTSOC[TVZPWV 2.8 35

1931 i₅c×tedCstateC·eöïetr₆Cöøt×ï×zat×öñsC ₆Cañaí₆t×caíCeñer·₆C·rad×eñtCöµCíöñ·Prañ·eCcörrectedC
t×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆QCJournalsofsChemicalsPhysicsOC2006OCTUWOCTWWTSY 3.9 188

1930 wcaí×ñ·Creíat×öñsOC₀×r×aíCtÃeöreïOCañdCeñer·₆Cdeñs×t×esCµörCíöñ·Prañ·eCañdCsÃörtPrañ·eCdeñs×t₆C
µuñct×öñaísQCInternationalsJournalsofsQuantumsChemistryOC2006OCTSYOCUSUYPUSVW 2.1 21

1929 pöcaíCdeñs×t₆Caøørö₅×ïat×öñCµörCíöñ·Prañ·eCörCµörCsÃörtPrañ·eCeñer·₆Cµuñct×öñaíscQC2006OCZYUOCTWZPTXS 24

1928 xÃeCwggPhjxfCïetÃödCañdC×tsCaøøí×cat×öñCtöC ×öíö·×caíCs₆steïsQC2006OCTTYOCVTYPVUX 296

1927 e₀ö×d×ñ·CseíµPreøuís×öñC×ñCdeñs×t₆Cµuñct×öñaíCdescr×øt×öñCöµC ×asedCïöíecuíarCàuñct×öñsQC2006OCVU]OCUYYPUZX 29

1926 uuañtuïCcÃeï×caíCïetÃödsCµörCtÃeC×ñ₀est×·at×öñCöµCøÃötö×ñ×t×atedCøröcessesC×ñC ×öíö·×caíCs₆steïs^C
tÃeör₆CañdCaøøí×cat×öñsQCChemPhysChemOC2006OCZOCUUX]PZW 3.2 66

1925 xÃeöret×caíCstud×esCöµCïöíecuíarCscaíeCñearPµ×eídCeíectröñCd₆ñaï×csQCJournalsofsChemicalsPhysicsOC
2006OCTUXOCSZWZS] 3.9 8

1924 tröøert×esCöµCsÃörtPrañ·eCañdCíöñ·Prañ·eCcörreíat×öñCeñer·₆Cdeñs×t₆Cµuñct×öñaísCµröïC
eíectröñPeíectröñCcöaíesceñceQC2006OCZVOC 53

1923 i₅actPe₅cÃañ·eCt×ïePdeøeñdeñtCdeñs×t₆Pµuñct×öñaíCtÃeör₆C₂×tÃCtÃeCµreüueñc₆PdeøeñdeñtCéerñeíQC
2006OCZVOC 29

1922 eCstud₆CöµCtÃeC·röuñdCstateCöµCïañ·añeseCd×ïerCus×ñ·Cüuas×de·eñerateCøertur at×öñCtÃeör₆QC
JournalsofsChemicalsPhysicsOC2006OCTUWOCTUWVSU 3.9 46

1921 pöcaíPsø×ñPdeñs×t₆Cµuñct×öñaíCµörCïuít×deterï×ñañtCdeñs×t₆Cµuñct×öñaíCtÃeör₆QC2006OCZVOC 88

1920 psrkPverkiPgsvvigxihCxmqiPhitirhirxChirwmx†CjyrgxmsrepCwxyh†CsrCipigxvsrmgC
wtigxveCsjCjmziPqiqfivihCvmrkCgsqtsyrhwCerhCjviiPfewiCtsvtl†vmrQC2006OCSXOC]UXP]WW 11

1919 xÃeCuseCöµCatöï×cC×ñtr×ñs×cCøöíar×za ×í×t×esC×ñCtÃeCe₀aíuat×öñCöµCtÃeCd×søers×öñCeñer·₆QCJournalsofs
ChemicalsPhysicsOC2007OCTUZOCUUWTSX 3.9 30

(2007-2006)
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1918 j×rstCÃ₆øerøöíar×za ×í×t₆CöµCøöí₆ïetÃ×ñe×ï×ñeC₂×tÃCíöñ·Prañ·eCcörrectedCµuñct×öñaísQCJournalsofs
ChemicalsPhysicsOC2007OCTUYOCT]TTS[ 3.9 151

1917 vañ·eCseøaratedCÃ₆ r×dCdeñs×t₆Cµuñct×öñaíC₂×tÃCíöñ·Prañ·eClartreePjöcéCe₅cÃañ·eCaøøí×edCtöC
söí×dsQCJournalsofsChemicalsPhysicsOC2007OCTUZOCSXWTST 3.9 86

1916 xÃeC×ïøörtañceCöµCï×ddíePrañ·eClartreePjöcéPt₆øeCe₅cÃañ·eCµörCÃ₆ r×dCdeñs×t₆Cµuñct×öñaísQC
JournalsofsChemicalsPhysicsOC2007OCTUZOCUUTTSV 3.9 139

1915 sñCtÃeCøerµörïañceCöµCíöcaíOCseï×íöcaíOCañdCñöñíöcaíCe₅cÃañ·ePcörreíat×öñCµuñct×öñaísCöñCtrañs×t×öñC
ïetaíCïöíecuíesQCJournalsofsChemicalsPhysicsOC2007OCTUYOCUUWTSX 3.9 6

1914 pöcaíCÃ₆ r×dCµuñct×öñaísC asedCöñCdeñs×t₆Cïatr×₅CøröductsQCJournalsofsChemicalsPhysicsOC2007OCTUZOCTYWTTZ3.9 53

1913 essessïeñtCöµCíöñ·Prañ·eCcörrectedCµuñct×öñaísCøerµörïañceCµörCñPPbø×MCtrañs×t×öñsC×ñCör·añ×cCd₆esQC
JournalsofsChemicalsPhysicsOC2007OCTUZOCS]WTSU 3.9 112

1912 i₀aíuat×öñCöµC×ñCdeñs×t₆Cµuñct×öñaíCtÃeör₆QCJournalsofsChemicalsPhysicsOC2007OCTUYOCUTWTSW 3.9 83

1911 höu íePÃ₆ r×dCdeñs×t₆Cµuñct×öñaíCtÃeör₆CµörCe₅c×tedCeíectröñ×cCstatesCöµCïöíecuíesQCJournalsofs
ChemicalsPhysicsOC2007OCTUZOCTXWTTY 3.9 339

1910
essessïeñtCöµCtÃeCe₅cÃañ·ePcörreíat×öñCµuñct×öñaísCµörCtÃeCøÃ₆s×caíCdescr×øt×öñCöµCsø×ñCtrañs×t×öñC
øÃeñöïeñaC ₆Cdeñs×t₆Cµuñct×öñaíCtÃeör₆CïetÃöds^CaííCtÃeCsaïecQCJournalsofsChemicalsPhysicsOC2007OC
TUYOCSTWTSX

3.9 97

1909 essessïeñtCöµCtÃeCeµµ×c×eñc₆CöµCíöñ·Prañ·eCcörrectedCµuñct×öñaísCµörCsöïeCøröøert×esCöµCíar·eC
cöïøöuñdsQCJournalsofsChemicalsPhysicsOC2007OCTUYOCTWWTSX 3.9 264

1908 eC₂eííPteïøeredCdeñs×t₆Cµuñct×öñaíCtÃeör₆CöµCeíectröñsC×ñCïöíecuíesQC2007OC]OCU]VUPWT 321

1907 pöñ·Prañ·eCcörrectedCdeñs×t₆Cµuñct×öñaíCcaícuíat×öñsCöµCcÃeï×caíCreact×öñs^Credeterï×ñat×öñCöµC
øaraïeterQCJournalsofsChemicalsPhysicsOC2007OCTUYOCTXWTSX 3.9 258

1906 töíar×za ×í×t₆CañdCsecöñdCÃ₆øerøöíar×za ×í×t₆Ce₀aíuat×öñCöµCíöñ·CïöíecuíesC ₆CtÃeCdeñs×t₆Cµuñct×öñaíC
tÃeör₆C₂×tÃCíöñ·Prañ·eCcörrect×öñQCJournalsofsChemicalsPhysicsOC2007OCTUYOCSTWTSZ 3.9 176

1905 tred×ct×ñ·Cñöñcö₀aíeñtC×ñteract×öñsC et₂eeñCaröïat×cC ×öïöíecuíesC₂×tÃC
pöñdöñPd×søers×öñPcörrectedChjxQC2007OCTTTOCTWVWYPXW 61

1904
xÃeöret×caíCstud₆CöñCtÃeCsecöñdCÃ₆øerøöíar×za ×í×t×esCöµCøÃeñaíeñ₆íCrad×caíCs₆steïsC×ñ₀öí₀×ñ·C
acet₆íeñeCañdC₀×ñ₆íeñeCí×ñéers^Cd×rad×caíCcÃaracterCañdCsø×ñCïuít×øí×c×t₆CdeøeñdeñcesQCJournalsofs
PhysicalsChemistrysAOC2007OCTTTOCVYVVPWT

2.8 80

1903 wtructuraíCañdCeíectröñ×cCøröøert×esCöµCøöí₆acet₆íeñeCañdCøöí₆₆ñeCµröïCÃ₆ r×dCañdC
göuíöï PatteñuatedCdeñs×t₆Cµuñct×öñaísQCJournalsofsPhysicalsChemistrysAOC2007OCTTTOCTT]VSPX 2.8 124

1902 sñCtÃeCuñ×₀ersaí×t₆CöµCtÃeCíöñ·PRsÃörtPrañ·eCseøarat×öñC×ñCïuít×cöñµ×·urat×öñaíCdeñs×t₆Pµuñct×öñaíC
tÃeör₆QCJournalsofsChemicalsPhysicsOC2007OCTUYOCSZWTTT 3.9 151

1901 pöñ·Prañ·eCcörrectedCt×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCstud₆CöñCµíuöresceñceCöµC
WOWJPd×ïetÃ₆íaï×ñö eñzöñ×tr×íeQCJournalsofsChemicalsPhysicsOC2007OCTUYOCSVWXSW 3.9 33
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1900 xestsCöµCµuñct×öñaísCµörCs₆steïsC₂×tÃCµract×öñaíCeíectröñCñuï erQCJournalsofsChemicalsPhysicsOC2007OC
TUYOCTXWTS] 3.9 503

1899 eñC×ïørö₀edCíöñ·Prañ·eCcörrectedCÃ₆ r×dCe₅cÃañ·ePcörreíat×öñCµuñct×öñaíC×ñcíud×ñ·CaCsÃörtPrañ·eC
kauss×añCatteñuat×öñCKpg·auPfstLQCJournalsofsChemicalsPhysicsOC2007OCTUZOCTXWTS] 3.9 102

1898 eCseíµPcöñta×ñedCañdCøörta íeCdeñs×t₆Cµuñct×öñaíCtÃeör₆Cí× rar₆CµörCuseC×ñCe Cmñ×t×öCüuañtuïC
cÃeï×str₆Cørö·raïsQCJournalsofsComputationalsChemistryOC2007OCU[OCUXY]PZX 3.5 17

1897 rpsCresøöñsesCöµCsïaííCøöí₆ïetÃ×ñe×ï×ñeCöí×·öïers^CeCggwhKxLCstud₆QC2007OC[UTOCTYSPTYX 6

1896 eñÃarïöñ×cC₀× rat×öñaíCstateCcaícuíat×öñsC×ñCtÃeCeíectröñ×cCe₅c×tedCstatesCstud×edC ₆C
t×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆QC2007OCWVYOCVSPVX 11

1895 x×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆C₂×tÃCtÃeCïuít×ía₆erCµra·ïeñtCïöíecuíarCör ×taíCïetÃödQC
2007OCWWWOCVWYPVXS 59

1894 heñs×t₆Cµuñct×öñaíCstud₆CöµCïañ·añeseCd×ïerQCInternationalsJournalsofsQuantumsChemistryOC2007OC
TSZOCVTZ[PVT]S 2.1 20

1893 x×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆C asedCuøöñCtÃeCµra·ïeñtCïöíecuíarCör ×taíCïetÃödQC
JournalsofsChemicalsPhysicsOC2007OCTUZOCTSWTS[ 3.9 85

1892
e Cmñ×t×öCwtud₆CöµCgöïøressedCTOVOXOZPxetrañ×tröPTOVOXOZPtetraazac₆cíööctañeCKlq}LOC
g₆cíötr×ïetÃ₆íeñetr×ñ×traï×ñeCKvh}LOCUOWOYO[OTSOTUPle₅añ×tröÃe₅aaza×sö₂urz×tañeCKgpPUSLOC
UOWOYPxr×ñ×tröPTOVOXP eñzeñetr×aï×ñeCKxexfLOCañdCteñtaer₆tÃr×töíCxetrañ×trateCKtixrLQC2007OCTTTOCUZ[ZPUZ]Y

136

1891 pöñ·Prañ·eCcörrectedCdeñs×t₆Cµuñct×öñaíCstud₆CöñC₂eaéí₆C öuñdCs₆steïs^C aíañcedCdescr×øt×öñsCöµC
₀ar×öusCt₆øesCöµCïöíecuíarC×ñteract×öñsQCJournalsofsChemicalsPhysicsOC2007OCTUYOCUVWTTW 3.9 133

1890 he₀eíöøïeñtCöµCe₅cÃañ·ePcörreíat×öñCµuñct×öñaísC₂×tÃCï×ñ×ïaíCïañ₆PeíectröñCseíµP×ñteract×öñC
errörQCJournalsofsChemicalsPhysicsOC2007OCTUYOCT]TTS] 3.9 268

1889 xÃeCíöcaí×zedClartreeâΔ�jöcéCïetÃödCµörCaCseíµP×ñteract×öñCµreeCoöÃñâΔ�wÃaïCøöteñt×aí^Caøøí×cat×öñsCtöC
cíösedCañdCöøeñPsÃeííCïöíecuíesQC2007OCTTZOC][TP][] 12

1888 eCüuañtuïCïecÃañ×caíCøöíar×za íeCcöñt×ñuuïCïödeíCµörCtÃeCcaícuíat×öñCöµCresöñañceCvaïañC
søectraC×ñCcöñdeñsedCøÃaseQC2007OCTTZOCTSU]PTSV] 41

1887 l₆ r×dCe₅cÃañ·eCcörreíat×öñCµuñct×öñaísCañdCøöteñt×aís^CgöñceøtCeía örat×öñQC2007OCW[OCwTPwVT 33

1886 xÃeCuseCöµCgöuíöï PatteñuatedCïetÃödsCµörCtÃeCcaícuíat×öñCöµCeíectröñ×cCc×rcuíarCd×cÃrö×sïC
søectraQC2008OCVW]OCUVWPUWV 38

1885 eñCmijPtgqCstud₆CöµCsöí₀eñtCeµµectsCöñCtÃeCjarada₆CK−ïatÃcaí−ffifiLCterïCöµCqghQC2008OCTT]OCUVTPUWW 28

1884 xÃeöret×caíCstud₆CöñCtÃeCñöñí×ñearCöøt×caíCøröøert×esCöµCøÃeñ₆íeñesCañdC×ñµíueñc×ñ·CµactörsQC2008OC
UTOC]XWP]YU 17

1883 wtat×cCañdCµreüueñc₆PdeøeñdeñtCd×øöíePd×øöíeCøöíar×za ×í×t×esCöµCaííCcíösedPsÃeííCatöïsCuøCtöC
rad×uï^CaCµöurPcöïøöñeñtCreíat×₀×st×cChjxCstud₆QCChemPhysChemOC2008OC]OCWWXPXV 3.2 26
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1882 ve₀×s×t×ñ·CtÃeCreíat×öñsÃ×øC et₂eeñCtÃeC öñdCíeñ·tÃCaíterñat×öñCañdCtÃeCµ×rstCÃ₆øerøöíar×za ×í×t₆C
₂×tÃCrañ·ePseøaratedCÃ₆ r×dCµuñct×öñaísQCJournalsofsComputationalsChemistryOC2008OCU]OC]UTPX 3.5 27

1881 eCduaíPíe₀eíCstatePsøec×µ×cCt×ïePdeøeñdeñtCdeñs×t₆Pµuñct×öñaíCtÃeör₆QCJournalsofsComputationals
ChemistryOC2008OCU]OCTT[ZP]Z 3.5 11

1880 töíar×za íeCcöñt×ñuuïCïödeíC₂×tÃCtÃeCµra·ïeñtCïöíecuíarCör ×taíP asedCt×ïePdeøeñdeñtCdeñs×t₆C
µuñct×öñaíCtÃeör₆QCJournalsofsComputationalsChemistryOC2008OCU]OCUYYZPZY 3.5 48

1879 ve₀×s×t×ñ·CtÃeCñöñí×ñearCöøt×caíCøröøert×esCöµCøöí₆ utatr×eñeCañdCøöí₆d×acet₆íeñeC₂×tÃCdeñs×t₆C
µuñct×öñaíCtÃeör₆QC2008OCWXYOCTSTPTSW 22

1878 vañ·ePseøarat×öñC ₆CtÃeC†uéa₂aCøöteñt×aíC×ñCíöñ·Prañ·eCcörrectedCdeñs×t₆Cµuñct×öñaíCtÃeör₆C₂×tÃC
kauss×añPt₆øeC as×sCµuñct×öñsQC2008OCWYUOCVW[PVXT 53

1877 i₅teñs×₀eCxhPhjxC×ñ₀est×·at×öñCöµCtÃeCµ×rstCeíectröñ×cCtrañs×t×öñC×ñCsu st×tutedCazö eñzeñesQC2008OC
WYXOCUUYPUU] 88

1876 søt×ïaíCöøeratörsCµörClartreeâΔ�jöcéCe₅cÃañ·eCµröïCíöñ·Prañ·eCcörrectedCÃ₆ r×dCdeñs×t₆C
µuñct×öñaísQC2008OCWYZOCTZYPTZ[ 61

1875 sr ×taíPdeøeñdeñtCdeñs×t₆Cµuñct×öñaís^CxÃeör₆CañdCaøøí×cat×öñsQC2008OC[SOCVPYS 941

1874 w×ïuítañeöusC eñcÃïaré×ñ·CöµC·röuñdPCañdCe₅c×tedPstateCøröøert×esC₂×tÃCíöñ·Prañ·ePcörrectedC
deñs×t₆Cµuñct×öñaíCtÃeör₆QCJournalsofsChemicalsPhysicsOC2008OCTU]OCSVWTSZ 3.9 249

1873 xhPhjxCterµörïañceCµörCtÃeCz×s× íeCe sörøt×öñCwøectraCöµCsr·añ×cCh₆es^CCgöñ₀eñt×öñaíC₀ersusC
pöñ·Pvañ·eCl₆ r×dsQCJournalsofsChemicalsTheorysandsComputationOC2008OCWOCTUVPVX 6.4 681

1872 i₅c×tat×öñCeñer·×esC×ñCdeñs×t₆Cµuñct×öñaíCtÃeör₆^CañCe₀aíuat×öñCañdCaCd×a·ñöst×cCtestQCJournalsofs
ChemicalsPhysicsOC2008OCTU[OCSWWTT[ 3.9 1066

1871 pöñ·Prañ·eCcörrectedCÃ₆ r×dCdeñs×t₆Cµuñct×öñaísC₂×tÃCdaïøedCatöïPatöïCd×søers×öñCcörrect×öñsQC
2008OCTSOCYYTXPUS 7709

1870 gÃar·ePtrañsµerCe₅c×tedCstatesC×ñCaCø×PstacéedCadeñ×ñeCd×ïerOCasCøred×ctedCus×ñ·C
íöñ·Prañ·ePcörrectedCt×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆QC2008OCTTUOCYVSWP[ 150

1869 iüu×í× r×uïCqöíecuíarCh₆ñaï×csCw×ïuíat×öñsQC2009OCUXXPU]S 9

1868 lartreePjöcéCañdCoöÃñPwÃaïCt×ïePdeøeñdeñtCresøöñseCtÃeör₆C×ñCaCsecöñdPüuañt×zat×öñC
atöï×cPör ×taíCµörïaí×sïCsu×ta íeCµörCí×ñearCscaí×ñ·QCJournalsofsChemicalsPhysicsOC2008OCTU]OCSXWTSY 3.9 41

1867 iíectr×caíCresøöñseCöµCïöíecuíarCcÃa×ñsC×ñCdeñs×t₆Cµuñct×öñaíCtÃeör₆^CyítrañöñíöcaíCresøöñseCµröïCaC
seï×íöcaíCµuñct×öñaíQC2008OCZZOC 55

1866 göuïar×ñCd₆esCµörCd₆ePseñs×t×zedCsöíarCceíís^CeCíöñ·Prañ·ePcörrectedCdeñs×t₆Cµuñct×öñaíCstud₆QC
JournalsofsChemicalsPhysicsOC2008OCTU]OCUTWZSV 3.9 152

1865 keñeraí×zedC·rad×eñtCaøørö₅×ïat×öñCïödeíCe₅cÃañ·eCÃöíesCµörCrañ·ePseøaratedCÃ₆ r×dsQCJournalsofs
ChemicalsPhysicsOC2008OCTU[OCT]WTSX 3.9 200
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1864
gaícuíat×öñCöµCeíectr×cCd×øöíeCKÃ₆øerLøöíar×za ×í×t×esC ₆Cíöñ·Prañ·ePcörrect×öñCscÃeïeC×ñCdeñs×t₆C
µuñct×öñaíCtÃeör₆^CaCs₆steïat×cCassessïeñtCµörCøöí₆d×acet₆íeñeCañdCøöí₆ utatr×eñeCöí×·öïersQC
JournalsofsChemicalsPhysicsOC2008OCTU[OCTTWTS[

3.9 107

1863 mñteract×öñsC×ñCíar·eOCøöí₆aröïat×cCÃ₆dröcar öñCd×ïers^Caøøí×cat×öñCöµCdeñs×t₆Cµuñct×öñaíCtÃeör₆C
₂×tÃCd×søers×öñCcörrect×öñsQCJournalsofsPhysicalsChemistrysAOC2008OCTTUOCTS]Y[PZY 2.8 131

1862
görePe₅c×tat×öñCeñer·₆Ccaícuíat×öñsC₂×tÃCaCíöñ·Prañ·eCcörrectedCÃ₆ r×dCe₅cÃañ·ePcörreíat×öñC
µuñct×öñaíC×ñcíud×ñ·CaCsÃörtPrañ·eCkauss×añCatteñuat×öñCKpg·auPfstLQCJournalsofsChemicalsPhysicsOC
2008OCTU]OCT[WTTV

3.9 62

1861 i₀aíuat×öñCöµCrañ·ePseøaratedCÃ₆ r×dCdeñs×t₆Cµuñct×öñaísCµörCtÃeCøred×ct×öñCöµC₀× rat×öñaíC
µreüueñc×esOC×ñµraredC×ñteñs×t×esOCañdCvaïañCact×₀×t×esQC2008OCTSOCYYUTP] 79

1860 w₆steïat×cCöøt×ï×zat×öñCöµCíöñ·Prañ·eCcörrectedCÃ₆ r×dCdeñs×t₆Cµuñct×öñaísQCJournalsofsChemicals
PhysicsOC2008OCTU[OCS[WTSY 3.9 2290

1859 röñí×ñearCöøt×caíCøröøert₆Ccaícuíat×öñsCöµCøöí₆₆ñesC₂×tÃCíöñ·Prañ·eCcörrectedCÃ₆ r×dC
e₅cÃañ·ePcörreíat×öñCµuñct×öñaísQCJournalsofsChemicalsPhysicsOC2008OCTU]OCSUWTTZ 3.9 59

1858 mñtracuíeCdeñs×t×esC×ñCtÃeCströñ·P×ñteract×öñCí×ï×tCöµCdeñs×t₆Cµuñct×öñaíCtÃeör₆QC2008OCTSOCVWWSPY 14

1857 töíar×za ×í×t₆CöµCïöíecuíarCcÃa×ñs^CeCseíµP×ñteract×öñCcörrect×öñCaøøröacÃQC2008OCZZOC 53

1856 vañ·eCseøarat×öñCañdCíöcaíCÃ₆ r×d×zat×öñC×ñCdeñs×t₆Cµuñct×öñaíCtÃeör₆QCJournalsofsPhysicalsChemistrys
AOC2008OCTTUOCTUXVSPWU 2.8 81

1855 he₀eíöøïeñtCöµCaCµ×ñ×tePteïøeratureCdeñs×t₆Cµuñct×öñaíCaøøröacÃCtöCeíectröcÃeï×caíCreact×öñsQC
JournalsofsPhysicalsChemistrysAOC2008OCTTUOCTSY[TP[ 2.8 12

1854 eCstud₆CöµCtÃeCeµµectCöµCatteñuat×öñCcur₀atureCöñCïöíecuíarCcörreíat×öñCeñer·×esC ₆C×ñtröduc×ñ·CañC
e₅øí×c×tCcutöµµCrad×usC×ñtöCt₂öPeíectröñC×ñte·raísQCJournalsofsPhysicalsChemistrysAOC2008OCTTUOCUTTSP] 2.8 19

1853 wtructuraíCör×·×ñCöµCcöøøerC×öñCcöñta×ñ×ñ·Cart×µ×c×aíChre^CaCdeñs×t₆Cµuñct×öñaíCstud₆QC2008OCTTUOCTY]YSPX 12

1852 eCdeñs×t₆Cµuñct×öñaíCtÃeör₆CµörCs₆ïïetr×cCrad×caíCcat×öñsCµröïC öñd×ñ·CtöCd×ssöc×at×öñQCJournalsofs
PhysicalsChemistrysAOC2008OCTTUOCTUZ[]P]T 2.8 45

1851 veíat×₀×st×cCïödeíCcöreCøöteñt×aíCstud₆CöµCtÃeCeuNC}eCs₆steïQCJournalsofsPhysicalsChemistrysAOC2008OC
TTUOCXUVYPWU 2.8 21

1850 gÃar·ePxrañsµerCtröøert×esCöµCh₆ePweñs×t×zedCwöíarCgeíísC₀×aCpöñ·Pvañ·ePgörrectedCheñs×t₆C
juñct×öñaíCxÃeör₆QC2008OCTTUSOCTSV 2

1849 essessïeñtCöµCaCq×ddíePvañ·eCl₆ r×dCjuñct×öñaíQCJournalsofsChemicalsTheorysandsComputationOC
2008OCWOCTUXWPYU 6.4 135

1848 terµörïañceCöµChjxCqetÃödsC×ñCtÃeCgaícuíat×öñCöµCsøt×caíCwøectraCöµCgÃröïöøÃöresQC2008OC 1

1847 {aterCcíusterCañ×öñsCstud×edC ₆CtÃeCíöñ·Prañ·eCcörrectedCdeñs×t₆Cµuñct×öñaíCtÃeör₆QCJournalsofs
PhysicalsChemistrysAOC2008OCTTUOC][WXPXV 2.8 34
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1846 w×ñ·íePveµereñceCqetÃödsCµörCi₅c×tedCwtatesC×ñCqöíecuíesCañdCtöí₆ïersQC2008OCTXPYW 7

1845 veí×a ×í×t₆CöµCrañ·ePseøaratedCÃ₆ r×dCµuñct×öñaísCµörCdescr× ×ñ·Cïa·ñet×cCcöuøí×ñ·C×ñCïöíecuíarC
s₆steïsQCJournalsofsChemicalsPhysicsOC2008OCTU]OCT[WTTS 3.9 73

1844 wøectröscöø×cCtracé×ñ·CöµCstructuraíCe₀öíut×öñC×ñCuítraµastCst×í eñeCøÃötö×söïer×zat×öñQC2008OCVUUOCTSZVPZ 173

1843 {ÃatCcañC₂eCíearñCµröïCtÃeCad×a at×cCcöññect×öñCµörïaí×sïCa öutCíöcaíCÃ₆ r×dCµuñct×öñaíscQCJournals
ofsChemicalsPhysicsOC2008OCTU[OCUTWTSZ 3.9 43

1842 eC·eñeraí×zedCtö×ssöñCeüuat×öñCañdCsÃörtPrañ·eCseíµP×ñteract×öñCeñer·×esQCJournalsofsChemicals
PhysicsOC2008OCTU[OCUWTTST 3.9 3

1841 l₆ r×dCµuñct×öñaísC₂×tÃCíöcaíCrañ·eCseøarat×öñQCJournalsofsChemicalsPhysicsOC2008OCTU]OCTUWTSV 3.9 113

1840 weíµPcöñs×steñtC·eñeraí×zedCoöÃñPwÃaïCíöcaíCÃ₆ r×dCµuñct×öñaísCöµCscreeñedCe₅cÃañ·e^Cgöï ×ñ×ñ·C
íöcaíCañdCrañ·ePseøaratedCÃ₆ r×d×zat×öñQCJournalsofsChemicalsPhysicsOC2008OCTU]OCTUWTTS 3.9 59

1839 lartreePjöcéCör ×taísCs×·ñ×µ×cañtí₆C×ïørö₀eCtÃeCreact×öñC arr×erCÃe×·ÃtsCøred×ctedC ₆Cseï×íöcaíC
deñs×t₆Cµuñct×öñaísQCJournalsofsChemicalsPhysicsOC2008OCTU[OCUWWTTU 3.9 69

1838 edsörøt×öñCañdC öñd×ñ·CïecÃañ×sïCöµCaCrOrcPd×KñP ut₆íLüu×ñacr×döñeCïöñöía₆erCstud×edC ₆C
deñs×t₆Cµuñct×öñaíCtÃeör₆C×ñcíud×ñ·Cseï×eïø×r×caíCd×søers×öñCcörrect×öñsQC2008OCZ[OC 3

1837
eccurateCdeñs×t₆Cµuñct×öñaíCcaícuíat×öñsCöµCñearPed·eC₅Pra₆CañdCöøt×caíCa sörøt×öñCsøectraCöµCí×üu×dC
₂aterCus×ñ·Cñöñøer×öd×cC öuñdar₆Ccöñd×t×öñs^CtÃeCröíeCöµCseíµP×ñteract×öñCañdCíöñ·Prañ·eCeµµectsQC
2008OCTSSOCTSZWST

42

1836 taraïeter×zedCíöcaíCÃ₆ r×dCµuñct×öñaísCµröïCdeñs×t₆Pïatr×₅Cs×ï×íar×t₆Cïetr×csQCJournalsofsChemicals
PhysicsOC2008OCTU[OCS[WTTT 3.9 41

1835 sñCtÃeCuñ×₀ersaí×t₆CöµCtÃeCíöñ·PRsÃörtPrañ·eCseøarat×öñC×ñCïuít×cöñµ×·urat×öñaíCdeñs×t₆Pµuñct×öñaíC
tÃeör₆QCmmQCmñ₀est×·at×ñ·CµSCact×ñ×deCsøec×esQCJournalsofsChemicalsPhysicsOC2009OCTVTOCSXWTSZ 3.9 43

1834 xö₂ardsCañCaccurateCdescr×øt×öñCöµCtÃeCeíectröñ×cCøröøert×esCöµCtÃeC ×øÃeñ₆ítÃ×öíR·öídC×ñterµace^C
tÃeCröíeCöµCe₅actCe₅cÃañ·eQCJournalsofsChemicalsPhysicsOC2009OCTVTOCUVWTST 3.9 23

1833 essessïeñtCöµCdöu íePÃ₆ r×dCeñer·₆Cµuñct×öñaísCµörCø×Pcöñàu·atedCs₆steïsQCJournalsofsChemicals
PhysicsOC2009OCTVTOCS[WTS[ 3.9 70

1832
sñCtÃeCseíµPcöñs×steñtC×ïøíeïeñtat×öñCöµC·eñeraíCöccuø×edPör ×taíCdeøeñdeñtC
e₅cÃañ·ePcörreíat×öñCµuñct×öñaísC₂×tÃCaøøí×cat×öñCtöCtÃeCfSXCµuñct×öñaíQCJournalsofsChemicalsPhysics
OC2009OCTVTOCS[WTSV

3.9 24

1831 heñs×t₆Cµuñct×öñaíCïetÃödC×ñcíud×ñ·C₂eaéC×ñteract×öñs^Ch×søers×öñCcöeµµ×c×eñtsC asedCöñCtÃeCíöcaíC
resøöñseCaøørö₅×ïat×öñQCJournalsofsChemicalsPhysicsOC2009OCTVTOCUUWTSW 3.9 188

1830 pöñ·Prañ·ePcörrectedCÃ₆ r×dCdeñs×t₆Cµuñct×öñaísC×ñcíud×ñ·CrañdöïCøÃaseCaøørö₅×ïat×öñC
cörreíat×öñ^Caøøí×cat×öñCtöCñöñcö₀aíeñtC×ñteract×öñsQCJournalsofsChemicalsPhysicsOC2009OCTVTOCSVWTTS 3.9 78

1829 ed×a at×cPcöññect×öñCµíuctuat×öñPd×ss×øat×öñCdeñs×t₆Pµuñct×öñaíCtÃeör₆C asedCöñCrañ·eCseøarat×öñQC
2009OCTSUOCS]YWSW 222
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göï ×ñedCe₅øer×ïeñtaíCañdCüuañtuïCcÃeï×caíC×ñ₀est×·at×öñCöµCcÃ×röøt×caíCøröøert×esCöµC
ñ×cöt×ñaï×deCder×₀at×₀esC₂×tÃCañdC₂×tÃöutC×ñtraïöíecuíarCcat×öñPø×C×ñteract×öñsQCJournalsofsPhysicals
ChemistrysAOC2009OCTTVOC[ZXWPYW

2.8 31

1827 eøørö₅×ïateCheñs×t₆Cjuñct×öñaís^C{Ã×cÃCwÃöuídCmCgÃöösecQC2009OC 14

1826
eCs₆steïat×cCañaí₆s×sCöµCtÃeCstructureCañdCKÃ₆øerLøöíar×za ×í×t₆CöµCdöñörPacceøtörCsu st×tutedC
øöí₆acet₆íeñesCus×ñ·CaCgöuíöï Patteñuat×ñ·Cdeñs×t₆Cµuñct×öñaíQCJournalsofsChemicalsPhysicsOC2009OC
TVTOCTUWTSX

3.9 33

1825 pöcaíCÃ₆ r×dsCasCaCøertur at×öñCtöC·íö aíCÃ₆ r×dCµuñct×öñaísQCJournalsofsChemicalsPhysicsOC2009OCTVTOCTXWTTU3.9 30

1824 xÃeCröíeCöµCtÃeCreµereñceCstateC×ñCíöñ·Prañ·eCrañdöïCøÃaseCaøørö₅×ïat×öñCcörreíat×öñQCJournalsofs
ChemicalsPhysicsOC2009OCTVTOCTXWTSY 3.9 28

1823 xÃeCstat×cPe₅cÃañ·eCeíectröñP₂aterCøseudöøöteñt×aíOC×ñCcöñàuñct×öñC₂×tÃCaCøöíar×za íeC₂aterC
ïödeí^CaCñe₂Claï×ítöñ×añCµörCÃ₆dratedPeíectröñCs×ïuíat×öñsQCJournalsofsChemicalsPhysicsOC2009OCTVSOCTUWTTX3.9 44

1822
wtructureC₀ersusCsöí₀eñtCeµµectsCöñCñöñí×ñearCöøt×caíCøröøert×esCöµCøusÃPøuííCs₆steïs^CaC
üuañtuïPïecÃañ×caíCstud₆C asedCöñCaCøöíar×za íeCcöñt×ñuuïCïödeíQCJournalsofsPhysicalsChemistrysA
OC2009OCTTVOCTWZZWP[W

2.8 28

1821 eCñe₂CÃ₆ r×dChjxCaøøröacÃCtöCeíectröñ×cCe₅c×tat×öñCañdCµ×rstCÃ₆øerøöíar×za ×í×t×esCöµCtrañs×t×öñC
ïetaíCcöïøíe₅esQCJournalsofsComputationalsChemistryOC2009OCVSOCUSXYPYV 3.5 27

1820 qöd×µ×edCre·×öñaíCseíµP×ñteract×öñCcörrectedCt×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆CµörCcöreC
e₅c×tedPstateCcaícuíat×öñsQCJournalsofsComputationalsChemistryOC2009OCVSOCUX[VP]V 3.5 5

1819 p×ñearCañdCñöñí×ñearCöøt×caíCøröøert×esCöµCazö eñzeñeCder×₀at×₀esQCJournalsofsMolecularsModelingOC
2009OCTXOCX[TP]S 2 21

1818 ve×ñ₀est×·at×öñCöµCeíectröñ×cCstructureCañdCeíectr×cCøröøert×esCöµCíar·eC eta×ñeCïöíecuíes^CeC
cöï ×ñedCíöñ·Prañ·ePcörrectedChjxCañdCcöuøíedPcíusterCstud₆QC2009OCW[SOCVZPWS 5

1817 xest×ñ·CtÃeCøerµörïañceCöµCdeñs×t₆Cµuñct×öñaísCµörCtÃeCcaícuíat×öñCöµCeñer·et×cCøröøert×esCöµC
cöïøíe₅Pµörï×ñ·Crad×caíPïöíecuíeCreact×öñsQC2009OC]YOCUVVPUWW 4

1816 mñtraïöíecuíarCcÃar·ePtrañsµerCe₅c×tat×öñCeñer·×esCµröïCrañ·ePseøaratedCÃ₆ r×dCµuñct×öñaísCus×ñ·C
tÃeC†uéa₂aCøöteñt×aíQCInternationalsJournalsofsQuantumsChemistryOC2009OCTS]OCT]SXPT]TW 2.1 28

1815 v₆d er·CstatesCöµCtÃeCÃeí×uïCatöïQCInternationalsJournalsofsQuantumsChemistryOC2009OCTS]OCT]TXPT]T] 2.1 10

1814
xÃeCeµµectCöµCs×í₆íCañdCøÃeñ₆íCµuñct×öñaíC·röuøCeñdCcaøsCöñCtÃeCñöñí×ñearCöøt×caíCøröøert×esCöµC
øöí₆₆ñes^CeCíöñ·Prañ·eCcörrectedCdeñs×t₆Cµuñct×öñaíCtÃeör₆Cstud₆QCInternationalsJournalsofsQuantums
ChemistryOC2009OCTS]OCUSTUPUSUU

2.1 16

1813 vañ·eCseøarat×öñCcöï ×ñedC₂×tÃCtÃeCs₀erÃauserCïödeí^Ceøøí×cat×öñCtöCtÃeClUCïöíecuíeCaíöñ·CtÃeC
d×ssöc×at×öñCcur₀eQCInternationalsJournalsofsQuantumsChemistryOC2009OCTS]OCT]XSPT]YT 2.1 8

1812 pöcaíí₆Crañ·ePseøaratedCÃ₆ r×dsCasCí×ñearCcöï ×ñat×öñsCöµCrañ·ePseøaratedCíöcaíCÃ₆ r×dsQC
InternationalsJournalsofsQuantumsChemistryOC2009OCTS]OCUSUVPUSVU 2.1 25

1811
töíar×za ×í×t×esCañdCsecöñdCÃ₆øerøöíar×za ×í×t×esCöµCÃ₆drö·eñCcÃa×ñsCus×ñ·CtÃeC
sø×ñPcöïøöñeñtPscaíedCqˆ‚ííerâΔ�tíessetCsecöñdPörderCïetÃödQCInternationalsJournalsofsQuantums
ChemistryOC2009OCTS]OCVTSVPVTTT

2.1 21
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1810 xhPhjxC eñcÃïaréCµörC×ñd×·öˆfldCd₆esQC2009OC]TWOCTSSPTSX 32

1809 mííustrat×öñCöµCaCxhhjxCsøat×aíCö₀eríaøCd×a·ñöst×cC ₆C as×sCµuñct×öñCe₅øöñeñtCscaí×ñ·QC2009OC]TWOCTTSPTTW 35

1808 wtat×cCeíectröñ×cCañdC₀× rat×öñaíCµ×rstCÃ₆øerøöíar×za ×í×t₆CöµCïetaPd×ñ×trö eñzeñeCasCstud×edC ₆C
üuañtuïCcÃeï×caíCcaícuíat×öñsQC2009OC]SZOCWYPXS 31

1807 msCs×zePcöñs×steñc₆Cøöss× íeC₂×tÃCdeñs×t₆Cµuñct×öñaíCaøørö₅×ïat×öñscQC2009OCVXYOC]TP]Z 39

1806 i₅c×tedCstateC·eöïetr₆Cöøt×ï×zat×öñsC ₆Ct×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆C asedCöñCtÃeC
µra·ïeñtCïöíecuíarCör ×taíCïetÃödQC2009OCWZWOCUUZPUVU 30

1805 iíectröñCdöñörCsöí₀eñtCeµµectsCöñCtÃeCKÃ₆øerLøöíar×za ×í×t×esCöµCaCs×ñ·íetCd×rad×caíCïöíecuíeC
×ñ₀öí₀×ñ·CaC öröñCatöïQC2009OCWZZOCVS]PVTW 9

1804 xÃeCe₅cÃañ·eCeñer·₆CöµCaCuñ×µörïCeíectröñC·asCe₅øer×eñc×ñ·CaCñe₂OCµíe₅× íeCrañ·eCseøarat×öñQC2009
OCWZ[OCU[VPU[Y 9

1803 weüueñcePdeøeñdeñtCørötöñPtrañsµerCreact×öñC×ñCstacéedCkgCøa×rCmm^CxÃeCör×·×ñCöµCsta ×í×t×esCöµC
ørötöñPtrañsµerCøröductsQC2009OCWZ[OCUV[PUWU 20

1802 i₅teñs×₀eCxhPhjxCfeñcÃïaré^Cw×ñ·íetPi₅c×tedCwtatesCöµCsr·añ×cCqöíecuíesQCJournalsofsChemicals
TheorysandsComputationOC2009OCXOCUWUSPVX 6.4 799

1801
eCíöñ·Prañ·ePcörrectedCdeñs×t₆Cµuñct×öñaíCtÃatCøerµörïsC₂eííCµörC ötÃC·röuñdPstateCøröøert×esCañdC
t×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆Ce₅c×tat×öñCeñer·×esOC×ñcíud×ñ·CcÃar·ePtrañsµerCe₅c×tedC
statesQCJournalsofsChemicalsPhysicsOC2009OCTVSOCSXWTTU

3.9 478

1800 terµörïañceCöµChjxCqetÃödsC×ñCtÃeCgaícuíat×öñCöµCsøt×caíCwøectraCöµCxgjPgÃröïöøÃöresQCJournals
ofsChemicalsTheorysandsComputationOC2009OCXOCU[VXPWY 6.4 50

1799 eccurateCs×ïuíat×öñCöµCöøt×caíCøröøert×esC×ñCd₆esQC2009OCWUOCVUYPVW 404

1798 xÃeöret×caíCstud×esCöñCsuíµurCañdCïetaíCcat×öñCKguKmmLOCr×KmmLOCtdKmmLOCañdCttKmmLLPcöñta×ñ×ñ·Cart×µ×c×aíC
hreQC2009OCTTVOCTUZ]SPX 8

1797 iíectröñ×cC‘eröPtö×ñtCssc×ííat×öñsC×ñCtÃeCwtröñ·Pmñteract×öñCp×ï×tCöµCheñs×t₆Cjuñct×öñaíCxÃeör₆QC
JournalsofsChemicalsTheorysandsComputationOC2009OCXOCZWVPXV 6.4 61

1796 xÃeöret×caíCwtud₆CöµCh×søers×öñCf×ñd×ñ·CöµCl₆dröcar öñCqöíecuíesCtöCl₆drö·eñPxerï×ñatedC
w×í×cöñKTSSLPUˆ�TQC2009OCTTVOCXY[TPXY[] 24

1795 xö₂ardCaCcöï ×ñedChjxRuxemqCdescr×øt×öñCöµCa·öst×cC öñds^CtÃeCcr×t×caíCcaseCöµCaCr KmmmLCcöïøíe₅QC
JournalsofsPhysicalsChemistrysAOC2009OCTTVOCTUVUUPZ 2.8 30

1794 i₅c×tedCstatesCöµChreC aseCøa×rsCus×ñ·Cíöñ·Prañ·eCcörrectedCt×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíC
tÃeör₆QCJournalsofsPhysicalsChemistrysAOC2009OCTTVOC]ZYTPX 2.8 63

1793 l₆dratesCöµCcöøøerCd×cÃíör×deC×ñCaüueöusCsöíut×öñ^CaCdeñs×t₆Cµuñct×öñaíCtÃeör₆CañdCøöíar×zedC
cöñt×ñuuïCïödeíC×ñ₀est×·at×öñQCJournalsofsPhysicalsChemistrysAOC2009OCTTVOCTWSU]PV[ 2.8 19
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1792 pöcaíCÃ₆ r×dCµuñct×öñaísC₂×tÃCañCe₅øí×c×tCdeøeñdeñceCöñCsø×ñCøöíar×zat×öñQCJournalsofsPhysicals
ChemistrysAOC2009OCTTVOCTT[][P]SY 2.8 41

1791 fötÃC×ñtraPCañdC×ñterstrañdCcÃar·ePtrañsµerCe₅c×tedCstatesC×ñCaüueöusCfPhreCareCøreseñtCatC
eñer·×esCcöïøara íeCtöOCörCàustCa ö₀eOCtÃeCKTLø×ø×MCe₅c×töñ×cC r×·ÃtCstatesQC2009OCTVTOCV]TVPUU 168

1790 søtöeíectröñ×cCtröøert×esCöµCgar öñCrañör×ñ·s^Ci₅c×töñ×cCiµµectsCµröïCx×ïePheøeñdeñtCheñs×t₆C
juñct×öñaíCxÃeör₆QC2009OCTTVOCUT]UTPUT]UZ 122

1789 iíectröñ×cCÃ₆øerøöíar×za ×í×t×esCµörCdöñörPacceøtörCïöíecuíesC₂×tÃCíöñ·Ccöñàu·atedC r×d·es^C
caícuíat×öñsC₀ersusCe₅øer×ïeñtQCJournalsofsPhysicalsChemistrysAOC2009OCTTVOCTS]]WPTSST 2.8 119

1788 ratureCöµCíö₂Pí₆×ñ·Ce₅c×tedCstatesC×ñClPa··re·atedCøer₆íeñeC ×s×ï×deCd₆es^CresuítsCöµCxhPpvgPhjxC
añdCtÃeCï×₅edCe₅c×töñCïödeíQC2009OCTTVOCTWX[TPZ 29

1787 heíeter×öusCeµµectsCöµCíöñ·Prañ·eCseíµPreøuís×öñCöñCtÃeCdeñs×t₆Cµuñct×öñaíCdescr×øt×öñCöµCsUCst×cé×ñ·C
öñCaíuï×ñuïQCJournalsofsPhysicalsChemistrysAOC2009OCTTVOCZXUTPZ 2.8 26

1786 f×ñd×ñ·C×ñCtÃ×öøÃeñeCañdC eñzötÃ×öøÃeñeCd×ïersC×ñ₀est×·atedC ₆Cdeñs×t₆Cµuñct×öñaíCtÃeör₆C₂×tÃC
d×søers×öñPcörrect×ñ·Cøöteñt×aísQCJournalsofsPhysicalsChemistrysAOC2009OCTTVOCXWZYP[W 2.8 20

1785 teñtaceñeCf×ñdsCwtröñ·í₆CtöCl₆drö·eñPxerï×ñatedCw×í×cöñCwurµacesCz×aCh×søers×öñCmñteract×öñsQC
2009OCTTVOC]]Y]P]]ZV 12

1784 pöñ·Pvañ·ePgörrectedCl₆ r×dsCfasedCöñCaCre₂CqödeíCi₅cÃañ·eClöíeQCJournalsofsChemicalsTheorys
andsComputationOC2009OCXOCZXWPYU 6.4 58

1783 p×ñearCañdCñöñí×ñearCöøt×caíCøröøert×esCöµC’YS”µuííereñeCder×₀at×₀esQCJournalsofsPhysicalsChemistrysAOC
2009OCTTVOCTTX]PZS 2.8 98

1782 i₀aíuat×öñCöµCrañ·ePseøaratedCÃ₆ r×dCañdCötÃerCdeñs×t₆Cµuñct×öñaíCaøøröacÃesCöñCtestCsetsCreíe₀añtC
µörCtrañs×t×öñCïetaíP asedCÃöïö·eñeöusCcataí₆stsQCJournalsofsPhysicalsChemistrysAOC2009OCTTVOCTTZWUP] 2.8 48

1781 eccurateC×ñteract×öñCeñer·×esCatCdeñs×t₆Cµuñct×öñaíCtÃeör₆Cíe₀eíC ₆CïeañsCöµCañCeµµ×c×eñtCd×søers×öñC
cörrect×öñQCJournalsofsChemicalsPhysicsOC2009OCTVSOCTZWTST 3.9 40

1780 xÃ×rdPörderCñöñí×ñearCöøt×caíCøröøert×esCöµCöøeñPsÃeííCs×ñ·íetCïöíecuíarCa··re·atesCcöïøösedCöµC
d×øÃeñaíeñ₆íCd×rad×caísQC2009OCTX]OCUWTVPUWTX 3

1779 göuíöï Pöñí₆CsecöñdPörderCøertur at×öñCtÃeör₆C×ñCíöñ·Prañ·ePcörrectedCÃ₆ r×dCdeñs×t₆C
µuñct×öñaísQC2009OCTTOC]YZZP[Y 28

1778 heñs×t₆Cµuñct×öñaíCtÃeör₆CµörCtrañs×t×öñCïetaísCañdCtrañs×t×öñCïetaíCcÃeï×str₆QC2009OCTTOCTSZXZP[TY 1248

1777
uuañtuïCgÃeï×caíCfeñcÃïaréCwtud×esCöµCtÃeCiíectröñ×cCtröøert×esCöµCtÃeCkreeñCjíuöresceñtC
tröte×ñCgÃröïöøÃöreQCTQCiíectröñ×caíí₆Ci₅c×tedCañdCmöñ×zedCwtatesCöµCtÃeCeñ×öñ×cCgÃröïöøÃöreC×ñC
tÃeCkasCtÃaseQCJournalsofsChemicalsTheorysandsComputationOC2009OCXOCT[]XP]SY

6.4 104

1776 sñCtÃeCaccurateCcaícuíat×öñCöµCøöíar×za ×í×t×esCañdCsecöñdCÃ₆øerøöíar×za ×í×t×esCöµCøöí₆acet₆íeñeC
öí×·öïerCcÃa×ñsCus×ñ·CtÃeCgeqPfVp†tCdeñs×t₆Cµuñct×öñaíQCJournalsofsChemicalsPhysicsOC2009OCTVSOCT]WTTW3.9 234

1775 pöñ·Prañ·eCcörrectedCdöu íePÃ₆ r×dCdeñs×t₆Cµuñct×öñaísQCJournalsofsChemicalsPhysicsOC2009OCTVTOCTZWTSX 3.9 271
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1774 xÃeöret×scÃeCgÃeï×eCUSS[QC2009OCXZOCVSXPVTT 3

1773 i₅c×tat×öñCeñer·×esCöµCz×ñcCøörøÃ₆r×ñC×ñCaüueöusCsöíut×öñCus×ñ·Cíöñ·Prañ·eCcörrectedC
t×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆QCJournalsofsPhysicalsChemistrysAOC2009OCTTVOCYSWTPV 2.8 58

1772 pöñ·Prañ·ePcörrectedCÃ₆ r×dsC×ñcíud×ñ·CrañdöïCøÃaseCaøørö₅×ïat×öñCcörreíat×öñQCJournalsofs
ChemicalsPhysicsOC2009OCTVSOCS[TTSX 3.9 152

1771 töíar×za ×í×t×esCöµCtöí₆acet₆íeñeCµröïCaCj×eídPgöuñteract×ñ·Cweï×íöcaíCjuñct×öñaíQCJournalsofs
ChemicalsTheorysandsComputationOC2009OCXOCZTUP[ 6.4 59

1770 wøectraíCøröøert×esCöµCsø×röö₅az×ñeCøÃötöcÃröïes^CxhPhjxC×ñs×·ÃtsQCJournalsofsPhysicalsChemistrysAOC
2009OCTTVOCTVSSWPTU 2.8 28

1769 oööøïañsJCsør×ñ·sCtöCí×µeQCJournalsofsChemicalsPhysicsOC2009OCTVTOCUVTTST 3.9 164

1768 yñderstañd×ñ·CtÃeCïöíecuíePsurµaceCcÃeï×caíCcöuøí×ñ·C×ñCwivwQC2009OCTVTOCWS]SP[ 324

1767 gaícuíat×öñCöµCeíectröñ×cCc×rcuíarCd×cÃrö×sïCsøectraC₂×tÃCt×ïePdeøeñdeñtCdöu íePÃ₆ r×dCdeñs×t₆C
µuñct×öñaíCtÃeör₆QCJournalsofsPhysicalsChemistrysAOC2009OCTTVOCZYZPZY 2.8 120

1766 eñC×ïørö₀edCíöñ·Prañ·eCcörrectedCÃ₆ r×dCµuñct×öñaíC₂×tÃC₀añ×sÃ×ñ·ClartreePjöcéCe₅cÃañ·eCatCzeröC
×ñtereíectröñ×cCd×stañceCKpgU·auPfstLQCJournalsofsChemicalsPhysicsOC2009OCTVTOCTWWTS[ 3.9 40

1765 e sörøt×öñCañdCµíuöresceñceCøröøert×esCöµCöí×·ötÃ×öøÃeñeC ×öïaréersCµröïCíöñ·Prañ·ePcörrectedC
t×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆QC2009OCTTOCWW][PXS[ 131

1764 gañCsÃörtPrañ·eCÃ₆ r×dsCdescr× eCíöñ·Prañ·ePdeøeñdeñtCøröøert×escQCJournalsofsChemicalsPhysicsOC
2009OCTVTOCSWWTS[ 3.9 322

1763 weíµPcöñs×steñtPµ×eídCcaícuíat×öñsCöµCcöreCe₅c×tedCstatesQCJournalsofsChemicalsPhysicsOC2009OCTVSOCTUWVS[ 3.9 198

1762 wcreeñedCÃ₆ r×dCdeñs×t₆Cµuñct×öñaísCµörCsöí×dPstateCcÃeï×str₆CañdCøÃ₆s×csQC2009OCTTOCWWVPXW 331

1761 eCñe₂C·eñeraí×zedCoöÃñPwÃaïCïetÃödCµörCµuñdaïeñtaíC añdP·aøsC×ñCsöí×dsQC2009OCTTOCWYZWP[S 34

1760 vesöíut×öñsCöµCtÃeCgöuíöï CöøeratörQCtartCmmmQCveducedPrañéCwcÃrˆ¶d×ñ·erCeüuat×öñsQC2009OCTTOC]TZYP[T 14

1759 xÃeöret×caíCstud₆CöµC×ñterïöíecuíarC×ñteract×öñsC×ñCïesöPtetraøÃeñ₆íøörøÃ₆r×ñCd×ac×dCd×ïerC
KlWxttgíULUQC2009OCTTOCUXWVPXU 11

1758 mñCsearcÃCµörCañCöøt×ïaíCïetÃödöíö·₆CtöCcaícuíateCtÃeC₀aíeñceCeíectröñCaµµ×ñ×t×esCöµCteïøörar₆C
añ×öñsQC2009OCTTOC]STVPUW 24

1757 i₅c×tedCstateCsurµacesC×ñCdeñs×t₆Cµuñct×öñaíCtÃeör₆^CaCñe₂Ct₂×stCöñCañCöídCørö íeïQCJournalsofs
ChemicalsPhysicsOC2009OCTVTOCS]TTST 3.9 150
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ChemistrysAOC2009OCTTVOCVSS]PUS

2.8 158
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1703 iµµectsCöµCstructuraíCµíuctuat×öñsCöñCt₂öPøÃötöñCa sörøt×öñCact×₀×t₆CöµC×ñteract×ñ·Cd×øöíarC
cÃröïöøÃöresQC2010OCTTWOCTS[TWPUS 19

(2010-2010)

17



1702 ‘ööï×ñ·C×ñtöCø×PstacéedCïañ×µöídsCöµCñucíeö ases^C×öñ×zedCstatesCöµCd×ïetÃ₆íatedCurac×íCd×ïersQC
JournalsofsPhysicalsChemistrysAOC2010OCTTWOCUSSTP] 2.8 17

1701 röñí×ñearCsøt×caíCiµµectsCmñducedC ₆Crañöøart×cíesC×ñCw₆ïïetr×cCqöíecuíesâΔ QC2010OCTTWOCUS[ZSPUS[ZY 13

1700 qéqvggOCetyggOCetyfhCcaícuíat×öñsCöµCd×deÃ₆dröñatedCsøec×es^Ccöïøar×söñCaïöñ·CcaícuíatedC
tÃröu·ÃP öñdCeµµect×₀eCe₅cÃañ·eC×ñte·raísCµörCd×rad×caísQC2010OCTS[OCUXVVPUXWT 10

1699 gaícuíat×öñsCöµCaíéañeCeñer·×esCus×ñ·Cíöñ·Prañ·eCcörrectedChjxCcöï ×ñedC₂×tÃC×ñtraïöíecuíarC₀añC
derC{aaísCcörreíat×öñQC2010OCTUOCTWWSPV 56

1698 xö₂ardCañCeccurateCqödeí×ñ·CöµCtÃeC{aterâπ�‘eöí×teCmñteract×öñ^Cgaí× rat×ñ·CtÃeChjxCeøøröacÃQC
2010OCTOCZYVPZY[ 11

1697 röñí×ñearCöøt×caíCøröøert×esCöµCr×KqeKYLøzwKULLq}CKqCaCr×OCtdOCtt_C}CaCqeKULt×ïdtOCïñtLQCJournalsofs
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TUOCXSYU 3

218 wtacéedCiñseï íeCqacÃ×ñeCpearñ×ñ·CµörCvañ·ePweøarat×öñCtaraïetersQC2021OCTUOC]XTYP]XUW 1

217 tröøert×esCöµCaCµurañCr×ñ·Pöøeñ×ñ·Creact×öñC×ñCaüueöusCï×ceííarCsöíut×öñsCµörCseíect×₀eCseñs×ñ·CöµC
ïesaíaz×ñeQC2021OCUX[OCTT][WY 0

216 eCseíµPcöñs×steñtCs₆steïat×cCöøt×ï×sat×öñCöµCrañ·ePseøaratedCÃ₆ r×dCµuñct×öñaísCµröïCµ×rstC
ør×ñc×øíesQC 1

215 eCghjxPfasedCgöïøutat×öñaíCteøt×döíö·₆CKghjxPgtLCwtud₆CöµCtÃeCgÃeï×caíCveact×₀×t₆CañdC
f×öact×₀×t₆CöµCtÃeCqar×ñePher×₀edCeíterñaraï×deCg₆cíöøeñtadeøs×øeøt×deQC2021OCUSUTOCTPTT 2

214 x×·ÃtCd×stañcePdeøeñdeñtCest×ïatörsCµörCscreeñ×ñ·Ct₂öPceñterCañdCtÃreePceñterCsÃörtPrañ·eC
göuíöï C×ñte·raísCö₀erCkauss×añC as×sCµuñct×öñsQCJournalsofsChemicalsPhysicsOC2021OCTXXOCTUWTSY 3.9 1

213 xÃeöret×caíCe₅øíörat×öñCöµCöøtöeíectröñ×cCøerµörïañceCöµCtqY^†YCser×esP asedCör·añ×cCsöíarCceíísQC
2021OCUYOCTSTV[X 4

212 vesearcÃCtrö·ressCöµCmñtraïöíecuíarCˇΔPwtacéedCwïaííCqöíecuíesCµörChe₀×ceCeøøí×cat×öñsQC2021OCeUTSWTUX 21

211
xuña íeCéetöCeï×ss×öñCöµCUPKUcPÃ₆drö₅₆øÃeñ₆íL eñzötÃ×azöíeCder×₀at×₀esC₂×tÃCˇΔPe₅øañs×öñOC
su st×tut×öñCañdCadd×t×öñaíCørötöñCtrañsµerCs×teCµörCe₅c×tedPstateCørötöñCtrañsµerP asedCµíuöresceñtC
ørö es^CxÃeöret×caíC×ñs×·ÃtsQC2021OCWT]OCTTVWXS

4

210 xÃeöret×caíCstud₆CöµCtÃ×eñö’VOWP ”ø₆raz×ñeCder×₀at×₀esC₂×tÃCeñÃañcedCrpsCresøöñseQC2021OCZ[TOCTV[]ZY 3

209 terµíuöröCeµµectCöñCtÃeCeíectröñ×cCe₅c×tedCstatesCöµCP eñzöüu×ñöñeCre₀eaíedC ₆Ce₅øer×ïeñtCañdC
tÃeör₆QC2021OCUVOCUTWTPUTXV 1
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208 jörecast×ñ·Cw₆steïCöµCgöïøutat×öñaíCx×ïeCöµChjxRxhhjxCgaícuíat×öñsCuñderCtÃeCquít×₀erseC
eñsatzC₀×aCqacÃ×ñeCpearñ×ñ·CañdCgÃeï×ñµörïat×csQC2021OCYOCUSSTPUSUW 3

207 yñra₀eíí×ñ·CtÃeCñatureCöµCtÃeC˛–Péerat×ñCitvCs×·ñaí^CañCa C×ñ×t×öCstud₆QC2021OCUVOCY[TXPY[UU 1

206 i₀aíuat×öñCöµCcÃar·ePtrañsµerCratesC×ñCµuííereñeP asedCdöñörPacceøtörCd₆adsC₂×tÃCd×µµereñtCdeñs×t₆C
µuñct×öñaíCaøørö₅×ïat×öñsQC2021OCUVOCXVZYPXV[W 3

205 xÃeöret×caíCstud₆CöñCad×a at×cCeíectröñCaµµ×ñ×t₆CöµCµatt₆Cac×dsQCNewsJournalsofsChemistryOC2021OCWXOCTY[]UPTY]SX3.6

204
i₅øíör×ñ·CtÃeCjrañcéPgöñdöñCre·×öñCöµCaCøÃötöe₅c×tedCcÃar·eCtrañsµerCcöïøíe₅C×ñCsöíut×öñCtöC
×ñterøretCµeïtösecöñdCst×ïuíatedCvaïañCsøectröscöø₆^Ce₅c×tedCstateCeíectröñ×cCstructureCïetÃödsC
töCuñ₀e×íCñöñPrad×at×₀eCøatÃ₂a₆sQC2021OCTUOC[SX[P[SZU

6

203 eCgöïøarat×₀eCmñ₀est×·at×öñCöµCtÃeCvöíeCöµCtÃeCeñcÃör×ñ·CkröuøCöñCter₆íeñeCqöñö×ï×deCh₆esC×ñC
r×sPfasedCh₆ePweñs×t×zedCwöíarCgeíísQC2020OCTVOCT[WWPT[XX 6

202 löÃeñ er·PoöÃñPwÃaïCheñs×t₆Cjuñct×öñaíCxÃeör₆QC2007OCTXVPUST 1

201 xhhjxCañdCuuañtuïPgíass×caíCh₆ñaï×cs^CeCyñ×₀ersaíCxööíChescr× ×ñ·CtÃeCh₆ñaï×csCöµCqatterQC2020OCZXPTUT 2

200 iíectröñ×cCwtructureCañdCxrañs×t×öñC×ñCtÃeCjarPyítra₀×öíetCve·×öñQC2015OCU]PXW 1

199 gaícuíat×öñCöµCqa·ñet×cCtröøert×esCañdCwøectröscöø×cCtaraïetersCöµCqañ·añeseCgíustersC₂×tÃC
heñs×t₆Cjuñct×öñaíCxÃeör₆QC2012OCWW]PWYS 0

198 x₂öCtÃötöñCe sörøt×öñC×ñCf×öíö·×caíCqöíecuíesQC2015OCTPT] 1

197 søt×caíCtröøert×esCöµCrö íeCqetaíCgíustersCµröïCtÃeCe Cmñ×t×öCtersøect×₀eQC2018OCXWYPXX[ 1

196 i₅ceøt×öñaíí₆CÃ×·ÃCrpsCresøöñseCañdCdeeøCuítra₀×öíetCtrañsøareñc₆CöµCsuøeraíéaí×CdöøedC
ïacröc₆cí×cCöí×·öµurañCr×ñ·sQCNewsJournalsofsChemistryOC2020OCWWOCUYS]PUYT[ 3.6 41

195 heñs×t₆Pµuñct×öñaíCtÃeör₆CïödeísCöµCjeK×₀LsCreact×₀×t₆C×ñCïetaíPör·añ×cCµraïe₂örés^CseíµP×ñteract×öñC
errörOCsø×ñCdeíöcaí×sat×öñCañdCtÃeCröíeCöµCÃ₆ r×dCe₅cÃañ·eQC2020OCUUOCTU[UTPTU[VS 5

194 wcreeñ×ñ·CïetÃödsCµörCí×ñearPscaí×ñ·CsÃörtPrañ·eCÃ₆ r×dCcaícuíat×öñsCöñCgtyCañdCktyCarcÃ×tecturesQC
JournalsofsChemicalsPhysicsOC2017OCTWYOCTWWTS[ 3.9 5

193 yñ₀e×í×ñ·CtÃeCröíeCöµCsÃörtPrañ·eCe₅actPí×éeCe₅cÃañ·eC×ñCtÃeCöøt×ïaíí₆CtuñedCrañ·ePseøaratedC
Ã₆ r×dsCµörCµíuöresceñceCí×µet×ïeCïödeí×ñ·QCJournalsofsChemicalsPhysicsOC2020OCTXUOCUSWVST 3.9 3

192 göuíöï Ce₅øíös×öñC×ïa·×ñ·CµörC·asPøÃaseCïöíecuíarCstructureCdeterï×ñat×öñ^CeñCa C×ñ×t×öC
traàectör₆Cs×ïuíat×öñCstud₆QCJournalsofsChemicalsPhysicsOC2020OCTXVOCT[WUST 3.9 7

191 röñeïø×r×caíCd×eíectr×cPdeøeñdeñtCÃ₆ r×dCµuñct×öñaíC₂×tÃCrañ·eCseøarat×öñCµörCseï×cöñductörsCañdC
×ñsuíatörsQC2018OCUOC 93
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190 søt×caíCøröøert×esCöµCgsguU}VCK}agíOCfrOCañdCmL^CeCcöïøarat×₀eCstud₆C et₂eeñCÃ₆ r×dC
t×ïePdeøeñdeñtCdeñs×t₆Pµuñct×öñaíCtÃeör₆CañdCtÃeCfetÃePwaíøeterCeüuat×öñQC2020OCWOC 7

189 gxqWhsg^Ceíectröñ×cCstructureCañaí₆s×sCµröïC}Pra₆Csøectröscöø₆QC2016OCUVOCTUYWPZT 19

188 eCcöïøreÃeñs×₀eCañaí₆s×sCöµCtÃeCÃ×stör₆CöµChjxC asedCöñCtÃeC × í×öïetr×cCïetÃödCvt†wQC2019OCTTOCZU 15

187 xÃeCjra·ïeñtCqöíecuíarCsr ×taíPfasedCx×ïePheøeñdeñtCheñs×t₆Cjuñct×öñaíCxÃeör₆CµörCi₅c×tedC
wtatesC×ñCpar·eCw₆steïsQC2009OC]TPTT[ 3

186 x×ïePresöí₀edCÃ×·ÃPÃarïöñ×cCsøectröscöø₆CöµCuítraµastCøÃötö×söïer×zat×öñCd₆ñaï×csQC2018OCUYOCVTSV]PVTSXW 8

185 sñCsccuø×edPör ×taíCheøeñdeñtCi₅cÃañ·ePcörreíat×öñCjuñct×öñaís^CjröïCpöcaíCl₆ r×dsCtöCfecéesC
fSXCqödeíQC2010OCUXXPUZZ 1

184 ter×öd×cPföuñdar₆Pgöñd×t×öñCgaícuíat×öñCus×ñ·Cle₆dPwcuser×aPirñzerÃöµCwcreeñedCgöuíöï Cl₆ r×dC
juñct×öñaí^Ciíectröñ×cCwtructureCöµCeñataseCañdCvut×íeCx×sUQC2006OCXOCZPT[ 22

183
keöïetr×cCmsötöøeCiµµectCöñCpö₂Cfarr×erCl₆drö·eñPföñd×ñ·Cw₆steïsCöµCecet×cCec×dCh×ïerOCjörï×cC
ec×dCh×ïerOCañdCxÃe×rCeñ×öñ×cCgíustersC ₆Cys×ñ·CtÃeCquít×PgöïøöñeñtCqöíecuíarCsr ×taíCqetÃödQC
2010OC]OCUTPU[

4

182 eøøí×cat×öñCöµCpöñ·Prañ·ePcörrectedCheñs×t₆Cjuñct×öñaíC×ñCqetaííatedCtörøÃ₆r×ñCeñaíö·uesCµörC
h₆ePseñs×t×zedCwöíarCgeíísQC2011OCVUOCZSXPZS[ 15

181
mñµíueñceCöµCi₅cÃañ·ePgörreíat×öñCjuñct×öñaíC×ñCtÃeCgaícuíat×öñsCöµCzert×caíCi₅c×tat×öñCiñer·×esCöµC
laíö·eñatedCgöøøerCtÃtÃaíöc₆añ×ñesCus×ñ·Cx×ïePheøeñdeñtCheñs×t₆Cjuñct×öñaíCxÃeör₆CKxhPhjxLQC
2013OCVWOCUUZYPUU[S

6

180 sñePtöPsñeCgörresøöñdeñceC et₂eeñCveact×öñCtatÃ₂a₆sCañdCveact×₀eCsr ×taísQCJournalsofs
ChemicalsTheorysandsComputationOC2021OCTZOCY]STPY]S] 6.4 1

179 pöcaíCÃ₆ r×dCµuñct×öñaísCau·ïeñtedC ₆CaCströñ·Pcörreíat×öñCïödeíQCJournalsofsChemicalsPhysicsOC
2021OCTXXOCTWWTST 3.9 0

178 terµörïañceCöµCñe₂Ce₅cÃañ·eâΔ�cörreíat×öñCµuñct×öñaísC×ñCørö₀×d×ñ·C₀ert×caíCe₅c×tat×öñCeñer·×esCöµC
ïetaíCcöïøíe₅esQC2021OCTWSOCT 0

177 höChöu íePl₆ r×dCi₅cÃañ·ePgörreíat×öñCjuñct×öñaísCtrö₀×deCeccurateCgÃeï×caíCwÃ×µtscCeC
feñcÃïaréCessessïeñtCµörCtrötöñCrqvQCJournalsofsChemicalsTheorysandsComputationOC2021OCTZOCY[ZYPY[[X6.4 9

176 qödeí×ñ·CwøectraíCxuñ×ñ·C×ñCvedCjíuöresceñtCtröte×ñsCys×ñ·CtÃeCh×øöíeCqöïeñtCzar×at×öñCuøöñC
i₅c×tat×öñQC2021OCYTOCXTUXPXTVU 0

175 iµµ×c×eñtC×ïørö₀eïeñtCöµC{SXP asedCd₆esC ₆C×ñsert×ñ·Cau₅×í×ar₆CeíectröñCacceøtörsCµörC
d₆ePseñs×t×zedCsöíarCceíís^CeCtÃeöret×caíC×ñ₀est×·at×öñQCeWU]S

174 eCñe₂CÃ₆ r×dChjxCµuñct×öñaíPCeccurateCdescr×øt×öñCöµCresøöñseCøröøert×esCañdC₀añCderC{aaísC
×ñteract×öñsQC2006OCTXXPTYW

173 göñceøtuaíCheñs×t₆Cjuñct×öñaíCxÃeör₆QC2009OC
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172 göuøí×ñ·CöµCwÃörtPrañ·eCheñs×t₆Pµuñct×öñaíC₂×tÃCpöñ·Prañ·eCtöstPlartreePjöcéCqetÃödsQC2010OCT]TPUST

171 eñCedd×t×₀eCpöñ·Prañ·eCtöteñt×aíCtöCgörrectCµörCtÃeCgÃar·ePtrañsµerCja×íureCöµCx×ïePdeøeñdeñtC
heñs×t₆Cjuñct×öñaíCxÃeör₆QC2010OCUTPVW

170 xÃeöret×caíCwtud×esCöñCqetaíPgöñta×ñ×ñ·Cert×µ×c×aíChreCfasesQC2012OCWVVPWYS

169 heñs×t₆Cjuñct×öñaíCwtud₆CöµCqañ·añeseCgöïøíe₅es^Ctrötöñat×öñCiµµectsCöñCkeöïetr₆CañdC
qa·ñet×sïQC2012OCWYTPWZV 1

168 iíectröñ×cCstructureCtÃeör₆^CøreseñtCañdCµutureCcÃaííeñ·esQC2012OC]]PTSU

167 eíé₆íCïercur₆Ccöïøöuñds^CañCassessïeñtCöµChjxCïetÃödsQC2014OCTTTPTT[

166 ˇΔPwtacé×ñ·CöñCheñs×t₆Cjuñct×öñaíCxÃeör₆^CeCve₀×e₂QC2014OCUWXPUZS 0

165 uuañtuïCgÃeï×str₆QC2014OCTPVV 1

164 görrect×öñsCµörCjuñct×öñaísQC2014OCTUXPTYS

163 tÃötöact×₀eCweï×cöñduct×ñ·Cs₅×desCµörCiñer·₆CañdCiñ₀×röñïeñt^Ci₅øer×ïeñtaíCañdCxÃeöret×caíC
mñs×·ÃtsQC2015OCTPW[

162 he₀eíöøïeñtCöµCtÃeCh×₀×dePañdPgöñüuerCfasedCw×ñ·íeCveµereñceCxÃeör₆CµörCwtat×cCgörreíat×öñC
w₆steïsC₂×tÃCj×ñ×teCxeïøeratureCwcÃeïeQC2018OCTZOCUTUPUTW

161 iñc₆cíöøed×aCöµCkeöcÃeï×str₆QC2018OCVWZPVXU

160 weíµPgöñs×steñtCeu₅×í×ar₆Cheñs×t₆Ctertur at×öñCxÃeör₆QCJournalsofsChemicalsTheorysandsComputationOC
2021OCTZOCY]VWPY]WY 6.4 1

159 i₅c×tedPwtateCh₆ñaï×csCöµCaCïetaPh×ïetÃ₆íaï×ñöCpöcéedCkjtCgÃröïöøÃöreCasCaCjíuöresceñceC
xurñPöñC{aterCweñsörQC2021OC 1

158 iíectröñ×cCsecöñdCÃ₆øerøöíar×za ×í×t₆CöµCaíéaí×ñeCeartÃCïetaíCcÃa×ñsCeñdCcaøøedC₂×tÃCâπ�rlUCañdCâΔ�grQC
2021OCTSSUVW 0

157 j×rstPtr×ñc×øíesCmñ₀est×·at×öñsCöµCiíectröñ×caíí₆Ci₅c×tedCwtatesC×ñCsr·añ×cCweï×cöñductörsQC2021OCTXXPT]V

156 essess×ñ·CtÃeCterµörïañceCöµChjxCjuñct×öñaísCµörCi₅c×tedPwtateCtröøert×esCöµCt₆r×d×ñePxÃ×öøÃeñeC
sí×·öïersQCJournalsofsPhysicalsChemistrysAOC2021OCTUXOCTTXPTUX 2.8 5

155 essessïeñtCöµCíöñ·Prañ·eCcörrectedCdeñs×t₆Cµuñct×öñaíCtÃeör₆CöñCtÃeCa sörøt×öñCañdC₀× rat×öñaíí₆C
resöí₀edCµíuöresceñceCsøectruïCöµCcar öñCñañö eítsQCJournalsofsComputationalsChemistryOC2021OCWUOCXSXPXTX3.5 0
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154 w₆ñtÃes×sOCeíectröcÃeï×caíOCöøt×caíCañdC ×öíö·×caíCøröøert×esCöµCñe₂Ccar azöíeCder×₀at×₀esQC2021OC
UYZOCTUSW]Z 0

153
i₅øer×ïeñtaíCañdCtÃeöret×caíCaøøröacÃCöñCtÃ×rdPörderCöøt×caíCñöñí×ñear×t₆CöµCaCÃ×·Ãí₆Ceµµ×c×eñtC
añtÃraceñeP asedCcÃaícöñeCder×₀at×₀eCµörCöøt×caíCøö₂erCí×ï×t×ñ·QCJournalsofsMolecularsStructureOC
2022OCTUXSOCTVTZSW

3.4 0

152 raturaíCreact×öñCör ×taísCµörCcÃaracter×z×ñ·CeíectröñCtrañsµerCresøöñs×₀eCtöCñucíearCcöörd×ñateC
d×søíaceïeñtQC2021OC 0

151 juñdaïeñtaísCöµCtÃeCeñaí₆s×sCxööísQC2020OCTSTPTXV

150 w×ñ·íetCµ×ss×öñCreíe₀añtCeñer·et×csCµröïCöøt×ïaíí₆CtuñedCrañ·ePseøaratedCÃ₆ r×dsQC2020OCUUOCUZSYSPUZSZY 2

149 göñstruct×ñ·CañdCreøreseñt×ñ·Ce₅cÃañ·ePcörreíat×öñCÃöíesCtÃröu·ÃCart×µ×c×aíCñeuraíCñet₂örésQC
JournalsofsChemicalsPhysicsOC2021OCTXXOCTZWTUT 3.9 5

148 i₅øíörat×öñCöµCøröï×s×ñ·Cöøt×caíCañdCeíectröñ×cCøröøert×esCöµCKñöñPøöí₆ïerLCsïaííCdöñörCïöíecuíesC
µörCör·añ×cCsöíarCceíísQCScientificsReportsOC2021OCTTOCUTXWS 4.9 6

147 heñs×t₆Cjuñct×öñaíCxÃeör₆Cgaícuíat×öñsCöµCvedö₅Ctöteñt×aísCöµCreøtuñ×uïCgöïøíe₅esC×ñCmöñ×cC
p×üu×dQC2020OCTYZOCTVYXSV 2

146 feñcÃïaré×ñ·C×sötröø×cCÃ₆øerµ×ñeCcöuøí×ñ·CcöñstañtsCus×ñ·CKuxtLChjxCµuñct×öñaísCañdCcöuøíedC
cíusterCtÃeör₆QQCJournalsofsChemicalsPhysicsOC2022OCTXYOCS]WTSZ 3.9 0

145 göï ×ñ×ñ·CqetaíCrañöøart×cíesC₂×tÃCañCmrKmmmLCtÃötöseñs×t×zerQC2021OCTUXOCUXZYXPUXZZV

144
gÃar·ePweøarat×öñCañdCgÃar·ePvecöï ×ñat×öñCvateCgöñstañtsC×ñCaChöñörPecceøtörC
fucé₆ ö₂íPfasedCwuøraïöíecuíarCgöïøíe₅^Cquít×stateCañdCwöí₀eñtCiµµectsQCJournalsofsPhysicals
ChemistrysAOC2021OCTUXOC]][UP]]]W

2.8

143 l₆drat×öñOCtred×ct×öñCöµCtÃeCøCOCañdCmñµraredCwøectröscöø×cCwtud₆CöµCwuíµöñatedCtöí₆ eñzöøÃeñöñeC
KwtoLCfíöcéPgöøöí₆ïerCl₆dröcar öñCqeï rañesCañdCgöïøar×söñsC₂×tÃCraµ×öñQQC2021OCYOCVUZV]PVUZW[ 0

142 tröïøtCañdCpöñ·Pp×₀edCeñt×PoasÃaCiï×ss×öñCµröïCsr·añ×cCh₆esQCMoleculesOC2021OCUYOC 4.8 4

141 eC·íö aíCañaí₆s×sCöµCe₅c×tedCstates^CtÃeC·íö aíCtrañs×t×öñCcöñtr× ut×öñC·r×dsQC2021OCTWSOCT 0

140 nustCeddCtÃeCköíd^Ce··re·at×öñPmñducedPiï×ss×öñCtröøert×esCöµCeíé₆ñ₆íøÃösøÃ×ñe·öídKmLC
göïøíe₅esCjuñct×öñaí×zedC₂×tÃCtÃeñ₆íeñePxerø₆r×d×ñeCwu uñ×tsQCInorganicsChemistryOC2021OC 5.1 1

139
rPer₆íat×öñCöµCtrötectedCañdCyñørötectedCXPfröïöPUPaï×ñö eñz×ï×dazöíeCasCsr·añ×cCqater×aí^C
röñPp×ñearCsøt×caíCKrpsLCtröøert×esCañdCwtructuraíCjeatureCheterï×ñat×öñCtÃröu·ÃCgöïøutat×öñaíC
eøøröacÃQCMoleculesOC2021OCUYOC

4.8 0

138 yñ×t₆CöµCoöÃñPwÃaïCdeñs×t₆Pµuñct×öñaíCtÃeör₆CañdCreducedPdeñs×t₆Pïatr×₅Pµuñct×öñaíCtÃeör₆QC2021OC
TSWOC 5

137 gÃar·eCdeíöcaí×zat×öñCañdCÃ₆øerøöíar×za ×í×t₆C×ñC×öñ×cCí×üu×dsQCJournalsofsMolecularsLiquidsOC2021OCTT[TXV 6 0
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×ñde₅es^Ceøøí×cat×öñCtöCïödeíCøusÃâΔ�øuííCïöíecuíesQCJournalsofsComputationalsChemistryOC2022OCWVOCTWYWPTWZV3.5 0
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64 qödeí×ñ·CtÃeCsøectraíCøröøert×esCöµCøöí₆K₅PøÃeñ₆íeñed×aï×ñeLCcöñduct×ñ·Cøöí₆ïersCus×ñ·CaC
cöï ×ñedCxhPhjxCañdCeíectröstat×cCeï edd×ñ·CaøøröacÃQCJournalsofsComputationalsChemistryOC 3.5

63 heíöcaí×zat×öñCerrör^CxÃeC·reatestCöutstañd×ñ·CcÃaííeñ·eC×ñCdeñs×t₆Pµuñct×öñaíCtÃeör₆QCWileys
InterdisciplinarysReviews:sComputationalsMolecularsScienceOC 7.9 6

62 yítraPµastCsøectröscöø₆CµörCÃ×·ÃPtÃröu·ÃøutCañdC×ñteract×₀eCüuañtuïCcÃeï×str₆QCInternationals
JournalsofsQuantumsChemistryOC 2.1 0

61 qöíecuíarCiíectr×des^CeñCmñCw×í×cöCtersøect×₀eQCChemPhysChemOC 3.2 1

60 pöcaí×zedCör ×taíCscaí×ñ·Ccörrect×öñCµörCøer×öd×cCs₆steïsQC2022OCTSYOC

59 veceñtCed₀añcesC×ñCgartes×añPkr×dChjxC×ñCetöïsCañdCqöíecuíesQCTSOC

58 mñtraïöíecuíarCµörceCµ×eídCµörCcar ö₅₆íateCttKmmLPcöïøíe₅esQC2022OCTWTOC

57 i₀aíuat×ñ·C‘ñPtörøÃ₆r×ñPfasedCrearPmvPweñs×t×₀eCröñPjuííereñeCecceøtörsCµörCiµµ×c×eñtC
tañcÃröïat×cCsr·añ×cCwöíarCgeíísQC2022OCTTOC

56 feñcÃïaré×ñ·Ct×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆CµörCs×ñ·íetCe₅c×tedCstatesCöµCtÃerïaíí₆C
act×₀atedCdeía₆edCµíuöresceñceCcÃröïöøÃöresQC2022OCWOC 1

55 feñeµ×tsCöµCvañ·ePweøaratedCl₆ r×dCañdChöu íePl₆ r×dCjuñct×öñaísCµörCaCpar·eCañdCh×₀erseChataC
wetCöµCveact×öñCiñer·×esCañdCfarr×erCle×·ÃtsQC2022OCTUYOCXW]UPXXSX 1

54 xÃeCeuTUCköídCgíuster^CtreµereñceCµörCaCröñPtíañarCwtructureQC2022OCTWOCTYYX

53 weíµPadaøt×₀eCreaíPt×ïeCt×ïePdeøeñdeñtCdeñs×t₆Cµuñct×öñaíCtÃeör₆CµörC₅Pra₆Ca sörøt×öñsQC2022OCTXZOCSZWTSY 2

52 mvOCyzPz×s× íeOCrqvCwøectraCañdCeröïat×c×t₆CöµCtÃeCgö₀aíeñtCsr·añ×cCxetraö₅a’[”g×rcuíeñeC
jraïe₂örésQC 0

51 vedö₅Ps₂×tcÃa íeCÃöstâΔ�·uestCcöïøíe₅esCöµCïetaííöceñesCañdC’[”c₆cíöøaraøÃeñ₆íeñeQC2022OCTWOCTWUZYPTWU[X 0

50 xö₂ardCÃ×·Ãí₆Ceµµ×c×eñtCÃ₆øerµíuöresceñceP asedCeï×ttersCtÃröu·ÃCe₅c×tedPstatesCaí×·ñïeñtCus×ñ·C
ñö₀eíCöøt×ïaíí₆CtuñedCrañ·ePseøaratedCïödeísQC2022OCUWOCUVZT[PUVZVY 0

49 pöcaíCl₆ r×dCjuñct×öñaíCeøøí×ca íeCtöC{eaéí₆CañdCwtröñ·í₆CgörreíatedCw₆steïsQC 0

48 eCcöïøutat×öñaíCstud₆CöñCacetaï×ñöøÃeñCdru·Ccöïøíe₅edC₂×tÃCqñNOCjeUNOCgöNOCr×UNOCañdCguNC
×öñs^CstructuraíCañaí₆s×sOCeíectröñ×cCøröøert×esOCañdCsöí₀eñtCeµµectsQC2022OCU[OC 0

47 mvOCyzPz×s× íeOCrqvCwøectraCeñdCeröïat×c×t₆CsµCxÃeCgö₀aíeñtCsr·añ×cCxetraö₅ag×rcuíeñeC
jraïe₂örésQC2022OCTTV]SS 0
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46 hjxCcaícuíat×öñsOCstructuraíCañaí₆s×sOCsöí₀eñtCeµµectsOCañdCñöñPcö₀aíeñtC×ñteract×öñCstud₆CöñCtÃeC
øaraPaï×ñösaí×c₆í×cCac×dCcöïøíe₅CasCaCtu ercuíös×sCdru·^CemqOCrfsOCañdCrqvCañaí₆sesQC2022OCU[OC 0

45
göïøutat×öñaíChes×·ñCöµCgresceñtCwÃaøedCtröï×s×ñ·CröñµuííereñeCecceøtörsC₂×tÃC
TOWPh×Ã₆dröPUOVPüu×ñö₅aí×ñed×öñeCgöreCañdCh×µµereñtCiíectröñP₂×tÃdra₂×ñ·Cxerï×ñaíCyñ×tsCµörC
tÃötö₀öíta×cCeøøí×cat×öñsQC

0

44 veact×₀eCör ×taíCeñer·₆CtÃeör₆Cser₀×ñ·CaCtÃeöret×caíCµöuñdat×öñCµörCtÃeCeíectröñ×cCtÃeör₆CöµCör·añ×cC
cÃeï×str₆QC 0

43
{Ã×cÃChjxCµactörsC×ñµíueñceCtÃeCaccurac₆CöµCTlOCTVgCañdCT]XttCrqvCcÃeï×caíCsÃ×µtCøred×ct×öñsC×ñC
ör·añöøöí₆ïetaíí×cCsüuarePøíañarCcöïøíe₅escCre₂Cscaí×ñ·CøaraïetersCµörCÃöïöPCañdC
ÃeteröPïuít×ïetaíí×cCcöïøöuñdsCañdCtÃe×rCd×rectCaøøí×cat×öñsQC

0

42 töíar×t₆PheøeñdeñtCx₂×stedCmñtraïöíecuíarCgÃar·eCxrañsµerC×ñCh×etÃ₆íaï×ñöCgöuïar×ñCve₀eaíedC ₆C
yítraµastCwøectröscöø₆QC2022OCTSOCWTT 3

41 qöíecuíarCeíectr×des^CeñCö₀er₀×e₂CöµCtÃe×rCstructureOC öñd×ñ·OCañdCreact×₀×t₆QC2023OCUZXPU]X 0

40 wtructuraíCe₀öíut×öñOCsta ×í×t₆OCañdCsøectraCöµCsïaííCs×í₀erCañdC·öídCcíusters^CeC₀×e₂CµröïCtÃeC
eíectröñCsÃeííCïödeíQC2023OC]]PTUT 0

39 w×ñ·íetCµ×ss×öñC×ñ×t×at×ñ·Ctr×øíetC·eñerat×öñsCöµCfshmt†Cder×₀at×₀esCtÃröu·ÃCGGø×CGGPstacé×ñ·^CaC
tÃeöret×caíCstud₆QC2022OCTUOC 0

38 göïøutat×öñaíí₆Crat×öñaíCdes×·ñCöµCïetaíP×ñ₀öí₀×ñ·CÃaíö·eñC öñdsC₂×tÃCˇΔPcö₀aíeñc₆^CwtructuresCañdC
 öñd×ñ·Cañaí₆s×sQC 0

37 xuññ×ñ·CtÃeCöøt×caíCøröøert×esCöµCaCtÃötöcataí₆t×cCqetaíPsr·añ×cCjraïe₂öréC ₆CïeañsCöµC
ïöíecuíarCïödeíí×ñ·QC 0

36 eCcöïøreÃeñs×₀eC eñcÃïaréC×ñ₀est×·at×öñCöµCüuañtuïCcÃeï×caíCïetÃödsCµörCcar öcat×öñsQC 0

35 i×tÃerCeccurateCw×ñ·íetâΔ�xr×øíetCkaøsCörCi₅c×tedPwtateCwtructures^Cxest×ñ·CañdCyñderstañd×ñ·CtÃeC
terµörïañceCöµCxhPhjxCµörCxehjCiï×ttersQC2022OCT[OCZZSUPZZTV 0

34 qödeí×ñ·CtÃeCeíectröñ×cCstructureCöµCör·añ×cCïater×aís^CaCsöí×dPstateCøÃ₆s×c×stâΔ�sCøersøect×₀eQC2023OCYOCSTUSST 0

33 mñCwearcÃCöµClöstsCµörCfíueCspihs^´ göïøutat×öñaíChes×·ñCañdCi₅øer×ïeñtaíCzaí×dat×öñQC 0

32 ecceíeratedCcöñstañtP₀öíta·eCüuañtuïCïecÃañ×caíRïöíecuíarCïecÃañ×caíCïetÃödCµörCïöíecuíarC
s₆steïsCatCeíectröcÃeï×caíC×ñterµacesQC2022OCTXZOCUVWTSZ 0

31 fu×íd×ñ·CöñCtÃeCwtreñ·tÃsCöµCaChöu íePl₆ r×dCheñs×t₆Cjuñct×öñaíCµörCi₅c×tat×öñCiñer·×esCañdC
mñ₀ertedCw×ñ·íetPxr×øíetCiñer·₆CkaøsQC 0

30 xÃeCsu s₆steïCüuañtuïCcÃeï×str₆Cørö·raïCwereñ×t₆QC 0

29 gÃaracter×zat×öñCöµCi₅c×tedCwtatesC×ñCx×ïePheøeñdeñtCheñs×t₆Cjuñct×öñaíxÃeör₆Cys×ñ·Cpöcaí×zedC
qöíecuíarCsr ×taísQC 0
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28 gañCrañ·ePseøaratedCµuñct×öñaísC eCöøt×ïaíí₆CtuñedCtöCøred×ctCsøectraCañdCe₅c×tedCstateCd₆ñaï×csC
×ñCøÃötöact×₀eC×röñCcöïøíe₅escQC 1

27 yñderstañd×ñ·CtÃeCvöíeCöµCmñtraïöíecuíarCmöñPta×rCmñteract×öñsC×ñCgöñµörïat×öñaíCwta ×í×t₆Cys×ñ·CañC
e Cmñ×t×öCxÃerïöd₆ñaï×cCg₆cíeQC 0

26 yñderstañd×ñ·Cheñs×t₆Phr×₀eñCirrörsCµörCveact×öñCfarr×erCle×·ÃtsQC 1

25 juííCmïøíeïeñtat×öñOCsøt×ï×zat×öñOCañdCi₀aíuat×öñCöµCaCvañ·ePweøaratedCpöcaíCl₆ r×dCjuñct×öñaíC
₂×tÃC{×deCeccurac₆CµörCkröuñdCañdCi₅c×tedCwtatesQC 0

24 xÃeCïecÃañ×sïC×ñs×·ÃtCµörC×ïørö₀edCøÃötöcataí₆s×sCañdC×ñterµac×aíCcÃar·esCtrañsµerCöµC
surµacePd×søersedCe·SCïöd×µ×edCía₆eredC·raøÃ×tePøÃaseCcar öñCñ×tr×deCñañösÃeetsQC2023OCVWOCTSV]VY 0

23 wtructuraíCañaí₆s×sCañdCeíectröñ×cCøröøert×esCöµCtrañs×t×öñCïetaíC×öñsCKr×UNOCjeUNOCqñNCañdCgöNLC
₂×tÃCøsöraíeñC ×öïöíecuíeCasCañCañt×cañcerCdru·QC2023OC][YOCTUUYSY 0

22 iíectröñ×cOCiíast×cOCañdCxÃerïöeíectr×cCtröøert×esCöµClaíµPleusíerCxöøöíö·×caíCweï×PqetaíClµmresC
µröïCj×rstPtr×ñc×øíesCgaícuíat×öñsQC2023OCTVOCVZ 0

21 e P×ñ×t×öCañdCïöíecuíarCd₆ñaï×csCs×ïuíat×öñCöµCaCd×scöt×cCí×üu×dCcr₆staíC×ñC×öñ×cCsöíut×öñQCTPTS 0

20 re₂Cé×ñdCöµCeíectr×deCsañd₂×cÃCcöïøíe₅esC asedCöñCtÃeCc₆cíööctatetraeñeCí×·añdC
qTUK˛•[Pg[l[LUqUUCKqTCaCraOCoCañdCqUCaCgaOCq·L^CaCtÃeöret×caíCstud₆QC2023OCUXOCWZTSPWZUV 0

19 xÃeCcöreC×öñ×zat×öñCeñer·×esCcaícuíatedC ₆CdeítaCwgjCañdCwíaterJsCtrañs×t×öñCstateCtÃeör₆QC 0

18 qödeí×ñ·CtÃeCtÃötöPe sörøt×öñCtröøert×esCöµCrö íeCqetaíCrañöcíusters^CeCgÃaííeñ·eCµörC
heñs×t₆Pjuñct×öñaíCxÃeör₆QC 0

17 ve₀×s×t×ñ·CtÃeCÃ₆drö·eñCatöïCtrañsµerCreact×öñsCtÃröu·ÃCaCs×ïøíeCañdCaccurateCtÃeöret×caíCïödeí^C
vöíeCöµCÃ₆drö·eñC öñdCeñer·₆C×ñCøöí₆øÃeñöí×cCañt×ö₅×dañtsQC2023OCTUUVOCTTWS]Z 0

16 tröàectedCl₆ r×dCheñs×t₆Cjuñct×öñaís^CqetÃödCañdCeøøí×cat×öñCtöCgöreCiíectröñCmöñ×zat×öñQC2023OC
T]OC[VZP[WZ 0

15 röñPeïø×r×caíCq×₅×ñ·Cgöeµµ×c×eñtCµörCl₆ r×dC}gCjuñct×öñaísCµröïCeñaí₆s×sCöµCtÃeC}gCoerñeíQC2023OC
TWOCTVUYPTVVV 1

14 eñaí₆t×cCkrad×eñtCµörCx×ïePheøeñdeñtCheñs×t₆Cjuñct×öñaíCxÃeör₆Cgöï ×ñedC₂×tÃCtÃeCjra·ïeñtC
qöíecuíarCsr ×taíCqetÃödQC2023OCT]OCTUZYPTU[X 0

13 göñµörïat×öñaíCheøeñdeñceCöµCtÃeCj×rstCl₆øerøöíar×za ×í×t₆CöµCtÃeCp×dfTSlTWC×ñCwöíut×öñQC2023OCVOCTX]PTYZ 0

12 qecÃañ×st×cCuñderstañd×ñ·CöµC·eöøöí₆ïer×zat×öñCatCtÃeC×ñ×t×aíCsta·e^Ce C×ñ×t×öCïöíecuíarCd₆ñaï×csC
s×ïuíat×öñsQC 0

11 qöíecuíarCsr ×taísQC2023OC 0
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10 terµörïañceCöµCheñs×t₆Cjuñct×öñaísCañdCweï×eïø×r×caíCVcCqetÃödsCµörCwïaííCköídâΔ�xÃ×öíateC
gíustersQC2023OCTUZOCUUWUPUUXZ 0

9 wöí₀at×öñCiµµectsCöñCtöíar×za ×í×t₆CöµCeröïat×cCjíu×dsQC2023OCTUZOCUUVZPUUW] 0

8 hes×·ñCöµCftieP asedCder×₀at×₀esC₂×tÃCÃ×·ÃCs×ñ·íetCµ×ss×öñCøerµörïañce^CaCtÃeöret×caíCøersøect×₀eQC
2023OCUXOCTSSZTPTSS[T 0

7 heñs×t₆Cjuñct×öñaíCwtud₆CöñCtÃeCtÃötöøöí₆ïer×zat×öñCöµCwt₆reñeCys×ñ·Ch×ñucíearCvuâΔ�tdCañdCmrâΔ�tdC
göïøíe₅esC₂×tÃCraøÃtÃ₆íPwu st×tutedCp×·añdsQC2023OCTUZOCU[TSPU[T[ 0

6 yñderstañd×ñ·Ctr×ïar₆CgÃar·eCweøarat×öñC×ñCtÃeCleí×ö acter×aíCveact×öñCgeñterQC2023OCTWOCVS]UPVTSU 0

5 quít×øíeCresöñañceC×ñducedCtÃerïaíí₆Cact×₀atedCdeía₆edCµíuöresceñce^CeµµectCöµCcÃeï×caíC
ïöd×µ×cat×öñQC2023OCXOCSTWSTS 0

4 xÃeöret×caíC×ñ₀est×·at×öñCöµCcöøøerCcíustersCus×ñ·CtÃeCeíectröñCøröøa·atörCtÃeör₆QC2023OCTVXOC 0

3 göstPiµµect×₀eCw×ïuíat×öñsCöµCz× rat×öñaíí₆Pvesöí₀edCe sörøt×öñCwøectraCöµCjíuöröøÃöresC₂×tÃC
qacÃ×ñePpearñ×ñ·PfasedCmñÃöïö·eñeöusCfröadeñ×ñ·QC 0

2 göïøet×ñ·Ce₅c×tat×öñCøatÃsC×ñCíuï×ñesceñtCÃeterö ×ïetaíí×cCpñPeíCcöïøíe₅es^Cyñra₀eí×ñ·C
×ñteract×öñsC₀×aCe₅øer×ïeñtaíCañdCtÃeöret×caíC×ñ₀est×·at×öñsQC2023OCUYOCTSYYTW 0

1
gÃeï×caíCañdCøÃötöøÃ₆s×caíCstud×esCöñCtÃeC×ñteract×öñCöµCreact×₀eCö₅₆·eñCsøec×esC₂×tÃC
car öñ₆íatedCd×azöCder×₀at×₀es^CxÃe×rCcÃröïö·eñ×cOCµíuöresceñtCdetect×öñCañdCïecÃañ×st×cC
×ñ₀est×·at×öñQC2023OCUTYOCTTTVTZ

0
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