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punos xpoma n mapranua. CoaoMoHHK B. T, Kpac-.
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Ilns pacucta CTATHCTHUECKHMH ~METOMaMi XHMHUECKHX

paBHoBecuil B ra3oBoii ¢ase ¢ yuacTHeM ranorcHHAOB XpO-

o

L. Ma Il Mapraiua BbUIOJHCHA OlEHKA TeOMETpHHUECKHX napa-
X MeTPOB 1f 4ACTOT KOJeOamitil MOJIeKyJ MX, n CrXg (M=
& n. —=ICr, Mn; X=F, Cl;_ n=1-4). *YaeroThl Koaé6anuil pac-

cufrTamu— B TpHOIHAKEH BaJNeHTHOro CHJIOBOro noJss .my-
TeM nepeHoca CHJOBLIX INOCTOSHHBIX H3 POJICTBEHHBIX MoJIe-
Ky Asropedepat
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< thyy BoB B. C, PaabkeHTO . T, Mypasben d. H.
¢/"” 7 CCcP/  «Koopaunal. xmwmsi», 1979, 5, Ne 2, 155—158 ,
Meronom Hoprencena paccuntanbl SpQekTHsHbie 3apsi-

Abl BO TOpHAAX XpomMa H _MOJ €Ha. yﬂaﬂolﬂm, YTO

nonyqef-%ue pesynb%fu"xoppwupym C 9KCNEPHM. 3Ha-

“NeHHSMH SHEPrHil NOCAGIOBATEJbHOTO paspuiBa  CBsi3Ei.
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l'IepBon B. C, byuxuit B. . «)K. ueopran. Xumin
1984, 29, Ne 3, 570——581 )
C ueabio omucanis yHIaMCHTANBLHBIX 3ahouowepnocreu
onpelensioHX H3MeHeHlss XHM. CB-B TaJIOTeHHAOB mepe-
xonubix Metamiop MX, (k=1—6) B nepeMeHHOBaNECHTHBIX
paAax, CHCTeMAaTI3HpoBaHbl H OGCYXJCHbl SKCNEepHM. CBe-
JeHHSI O NPOCTHX (TOpHAAX METAJUIOB NOATPYMNBI XpoMa..
[Moxa3ano, YyTo OCHOBHOIT MPHYHHOI HeperyJsipHOCTH CB-B
(p'roplmou XpoMa, moJibjaeHa H BoJbdpaMa sIBJASAIOTCS He-
MOHOTOMHBIE H3MEHCHHS BHEPTHIl BAJCHTHHX  COCTOSIHHIT
ueHrpanbHoro atoMa M BeaeacTBiie 3(GQeKTOB HOHHOCTH.
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120: 144704b Octabedral and Prismatic Isomers of CrFg Encrgies’
acd Vibrational Frequencies. Marsden, Colin J.; Monerieff,
Davidi - Quelch, Geofirey E. (School of Chemistry, University of
Melnourne, Parkville, 3052 Australia). J. Phys. Chem. 1994, 95(8),
"2535-43 (Eng). Detailed, ab-initio, electronic—structure calens. are
reported for the octahedral and prismatic isomers of mol. CrFs. A
u:u'ull_vcgradcd series of basis sets was used. - Correlation effects
were caled. at the CCSD(T) level, and some exploratory MR-CISD-
eslens. were done. Vibrational frequencies caled. at the SCF level are
seported. © In agreement with other recent work, the octahedral
womer is shown to be-the most stable for CrFe; the crucial role
slaved by f-functions in the Cr basis is emphasized. Triple
excitations preferentially stabilized” the octahedral isomer. The
suthors' final value for the octahedral-prismatic total-energy sepn. is
£33 kJ/mol, which is much lower than the CASPT?2 (comp!ete active
space with second-order perturbation theory) result reported by K.
Prerlootand B.O. Roos (19920, . . _°° T 0 7
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