
mccep~tU@ioHHtUI pa6o~a Ha3apo~ofi T.3. n o c B m e H a  on~ofi Pi3 AOCTaTOYHO 

MOJIOAbIX, HO ~ Y P H O  ~ a 3 B k i B a ~ ) L l J e f i ~ X  Pi I I e p c n e ~ T P i B ~ o f i  KaK B TeOpeTkI.IeCKOM, TaK Pi B 

n p m e c K o M  n n a H e  o6nac~efi - @ k 1 3 ~ i ~ e  y r n e p o A H b m  H ~ H O C T ~ ~ K T ~ ~ .  I Ipe~c~amem~ 
p a c r m  3 ~ e p r e n m e c ~ ~ l ~  c n e K I p o B  @ y m e p e ~ o ~  C72, C74 M yrnepommx H ~ I - I O T P ~ ~ ~ K  (YHT) 
XIlpNIbHOCXH (5,5) C F e T O M  CEZTIbHOrO (- 10 3B) KyJIOHOBCKOrO B ~ ~ E I M o A ~ ~ ~ C T B W I  7T- 

3JIeIcrpoHOB. ABTOP~ YAaJIOCb BbIfIOJIHPiTb BbIYkICJIeHPiX 3 H e p ~ e T M v e C K u X  CneKTpOB 

~b16pamm CPiCTeM B PaMKZiX MOAeJIPi Xa66ap~a, KOTOPtUI II03BOJIXeT KOPPeKTHO )WeCTb 

BIMIIHHe KYJIOHOBCKOrO B ~ ~ M M O A ~ ~ ~ C T B H H  H a  3 J I e K T p O H H p  CTpJKTypy KOHAeHCEiPOBaI-IHbn[ 

CPiCTeM. TaKFiM O ~ P ~ ~ O M ,  aKTYaJIbHOCTb I3 IIPaKTEiSeCKSLII 3HaSPiMOCTb pe3YJIbTaTOB 

H ~ c T o X I ~ ~ ~ ~  pa6o~b1 H e  BbI3bIBaeT COMHeHPiX. 

Pacrm 3HepreTkl recKPix  c n e K T p o B  a y n n e p e ~ o ~  C 7 2  ~i C74, B ~ O ~ ~ H H &  B 

n p k l 6 m x e ~ m  CTaTMXXKElX @ n y m ~ w P i f i  MOAeJfPi Xa66ap~a, n o 3 ~ o n ~ i n  JTOYHPiTb 

HeKOTOpbIe O C O ~ ~ H H O C T P ~  3JIeKTpOHHOrO CTpOeHPiX. TaK,  B SaCTHOCTM, CPMTaJIOCb, VTO 

LlJeJIb M e W y  B ~ ~ X H &  ~ ~ ~ I o J I H ~ H H o ~ ~  MoJI~KYJIXPHO~~ op6MTaJIbKI (B3MO) Pi ~ P i X H e f i  

B ~ K ~ H T H O ~ ~  MOJI~KYJIBPHO~~ o p 6 n ~ m m  (HBMO) B aynnepe~e C74  M a n o  - 0.01 3B. 
P e 3 y m ~ a ~ b 1  p a c r e T o B  s ~ e p r m e c ~ m  c n e q o B  3 ~ m  CPicTeM n o K m a m ,  TO , 
KyJIOHOBCKOe ~ 3 ~ 0 ~ e f i C T B M e  CYrqeCTBeHHbIM 06pa30~ llepeCTpaMBaeT ElX 

3 H e p r m s e c K P i e  cneqb1. B m o ~  cJryYae  3 H e p r m r e c m e  cneKTpb1  pa3611sm~ca H a  A s e  

W n b I  y p 0 B ~ e f i  - x a 6 6 a p ~ o ~ c ~ ~ i e  nOA30HM, BePXHIOKI M HHXHIOIO. U e J I b  B3MO - 
HBMO B 3TOM C J I P a e  OnpeAeJIXeTCX PaCCTOXHMeM M e W y  BePXHMM P O B H e M  H E I X H ~ ~  

xa66apno~c~ofi nOn3OHbI Pi HPimEIM - 0 B ~ e f i  B e p x ~ e f i  xa66ap~o~c~of i  nOA30HbI. 

s~a-e BeJMgElHbI 3~0fi u e n P i  o K a 3 m a e T c x  m n m m  AJM B c e x  @ynnepe~o~  - 1.27 sB. 
C n e q ~  o n m s e c K o r o  n o r n o r s e H m  ~ H A O ~ A ~ ~ H M X  K o M n n e K c o B  a y n n e p e ~ o ~  C72 H C74, 

CMOAeJIPipOBaI-IHbIe B P ~ C C M ~ T ~ H B ~ ~ M O ~ ~  pa60~e H a  OCHOBaI-IPie 3 H ~ r e T k I g e C K k l X  CneKTpOB, 

BbIWiCJIeHHbIX B PaMKZiX MOAeJIH Xa66ap~a, H a  yfiOBJIeTBOpPiTeJIbHOM KaqeCTBeHHOM 

ypOBHe COBIIaAaIOT C 3KCnepPiMeHTaJIbHbIMkI AaI-IHbIMkI. 30 CBUAeTeJIbCTBYeT 0 

IIPHMeHHMOCTPi n O m O A a ,  pa3BPiBaeMOrO Ha3apo~ofi T.3., K MCCJIeAOBaI-IPiIO 3JIeKTpOHHOrO 

cTpoeHMa ymepombIx KnacTepoB.  

HambIZi m-repec n p e n c T a B m m  H ~ ~ S Y J I ~ T ~ T L I ,  n o n y g e H H l j I e  B ~ c c e p ~ w ~ o m o f i  
pa6o~e Hmapo~ofi T.3, K a c m m e c s  YHT x 1 3 p m ~ o c m  (5,5). YHT ~ a ~ o f i  X P ~ ~ ~ J I ~ H O C ~  

c o r n a c H o  p e 3 y n b ~ a ~ a ~  rpynnbI &eccemay3, no mny II~OBOAP~MOCTP~ AOJIXHH 6b1m 
M~T~J- I J I~MM.  Ho a ~ m 3  n a p a M e T p o B  3 H e p r m r e c K o r o  c n e K T p a  YHT B ~ ~ B E I C H M O C T P ~  OT 

PMCJIa aTOMOB, lTOKa3aJI, W O  B 3HepRTWIeCKOM C n e q e  CTpeMPiTCX K KOHePHOMY 

3HaSeHPiIO - 1 3B.  TO rOBOpPiT 0 TOM, T O  YHT XPipaJIbHOCTkI (5,5) no T k I V  

llPOBOAEIMOCTU XBJMWTCX II0JI)TIPOBOAHkIKaMPi.  TOT BbIBOA TrOATBePWaeT Pi aHaJIPi3 

3KCnepPiMeHTaJIbHblX AaI-IHbIX. 

Pa6o~a BbIllOJIHeHa H a  XOpOIIleM H a P H O M  P O B H e .  C Y ~  no a B T o p e @ e p a ~ y ,  aBTOp B 

~ o c ~ a ~ o m o f i  cTeneHPi  BnaAeeT M ~ T O A ~ M M  ~ e o p m r e c ~ o f i  @H~EIKI~L B II~HJIOX~HEIH K 

@Pi3Pi~e  KOHAeHCPiPOBSLHHOrO COCTOXHM. 

O T M ~ ~ ~ U I  B b 1 ~ 0 K H f i  YPOBeHb pa6o~b1, HeJIb3X H e  OTMeTkITb I3 HeAOCTaTKM.  TOP 
ymepwam, YTO pacsemme CneKTpbI  O n m r e c K o r o  n o r n o a e a P i a  ~ H A O ~ A ~ ~ T I ~ H ~ M  

KOMlTJIeKCOB XOpOLKfO COBnmaIOT C 3KCllepFiMeHTaJIbHbIMPi. X O T ~ J I O C ~  6b1 lTOHIITa, 9TO 



3HaZIklT, XOpOIIIee co~nsiqeHHe? E c n ~  BH3ya.lIbHO XOpOIIIerO COrJIaCHX He H ~ ~ J I K ~ A ~ ~ T c x  

(PHc. 2 k~ 3 as~ope@epa~a). 
, & c c ~ ~ o H H Z ~ X  pa60Ta Ha3apo~oii T a m m ~  ~ A ~ ~ P A O B H ~ I  ( ( ~ J I ~ K T P O H H O ~  CTpOeHkIe 

EI OlTlWIeCKMe C B O ~ ~ C T B ~  ~JlePOAHbM H ~ H O T P J ~ O K  H @ Y J I J I ~ ~ ~ H O B  KaK CHCTeM C CklTIbHbIMH 

Koppemmmi)) npeAmaBmeT co60ii s a ~ e p m e ~ ~ y ~ o  ~aywro-mmm@maupoHHyEo pa6o~y, 
KOTOPU no o 6 a e ~ y  BbITIOJIHeHHbIX HCCJI~AOBZ~H~&, kIx aKlyaTIbHOCTkI EI HOBEI3HC pe3YJlbTaTOB 
oTseqaeT BceM ~ p e 6 o s m m ,  n p e m n x e m m  K mccemoHHbm pa60Ta~ Ha CoucKaHHe 
J T ~ H o ~  CTeneHZi KlUQ@iAaTa Hay, YCTaHOBIIeHHbIM m M  9 <<~oJIox~HH% 0 IlpkICylKAeHHH 
yreHbrx mene~eib), ymepweHHoro nommosnemeM Ilpam~emcma Pocc~iic~oii 
OeAepam OT 24 C ~ H T H ~ ~ X  2013 roAa NP 842, a mop ,  Ha3apom Tamma 3~yapnos~a ,  
s a c ~ ~ p m ~ a e ~  npHcylKAeHm kic~o~oi i  y ~ e ~ o i i  menem KaHmaTa @ H ~ E T K ~ - M ~ T ~ M ~ ~ ~ ~ C K M X  

HayK no ClTe~HtUIbHOCTkI 0 1.04.07 - ((OH3HKa KOHAeHCEiPOBaHHOTO COCTOIMMII)). 

OenepaTIb~oe rocyAapcmeHHoe 6 m ~ m m o e  yrpememe Haymi &CTE;ITYT np06ne~ 
xmmxec~oii @ m m  POCC&CKO~~ aKaqemm Hay% aspec: 142432, MOCKOBCK~H 06nacm, 
HomcECElZi paiioa, r. qep~oronos~a, npocnem ma,qeMma C e ~ e ~ o s a ,  1; ~ e n e @ o ~ :  +7 (495) 
993-57-07; E-mail: director@icp.ac.ru; aqpec cait~a: http://ww.icp.ac.ru 

I l o ~ r r ~ c b  Kapeesa H.E. yr~gre 

Yse~bdt ceKperapb ~ r j j  




