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3 98: 80769u Fourier transform far infrared spectroscopy of]
metal clusters; metal support effects on the molecular geometry
of trichromium Cr;, in rare gas solids. Ozin, Geoffrey A.; Baker,
Mark D.; Mitchell, Steven A.; Mclntosh, Douglas F. (Lash Miller
Lab., Univ. Toronto, Toronto, ON Can. M5S 1A1). Angew. Chem.
1983, 95(2), 167-8 (Ger). The Fourier transform far-IR spectra;
data are reported for a ligand-free metal triat. cluster, Cra, immobilized |
in solid Ar and Xe. It is clear from the far-IR data that different

, isomers of Cry exist, the mol. geometry and relative conen. of which
W are extremely sensitive to sample prepn. and post treatment.

Vibrational frequencies are tabulated for each obsd. Cra isomer. .
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12 5214.  Hccaenopanne . METOLOM HK-(bypbc-cnerpo:('
|

~ CKOMHH KJacTepoOB METaJJOB Ge3 aurannoB. Bausuue mart

puubt Ha cTpykTypy Mosekyabt Crs. FT-FIR-spektroskopi-
sche Untersuchung von Liganden-freien Metall-Clustern;
EinfluB der Matrix auf die Struktur von Crs-Molekiilen.
Ozin Geofirey A, Baker Mark D, Mitchell
Steven A, MclIntosh Douglas F. «Angew.
Chem.»,” 1983, 95, Ne 2, 157—158 (neM.) .

Metogom ¢ypbe-cickrpockomui B aanekoit MK-oGmacri
HCCACNOBaHbL CHEKTPHl MoJicKyt Cry H30MHPOBAHHBIX B Ar
n Xe MatpuuaX (Cr/R=1: 100—10% Tocama. =12 K).
B uutepsane 350—95 cm—! nabmonamich JgBe rpynns mo-
Joc cooTs. Bad. H Jacd. Koa. Bup cmekrpa saBucen ot
pa3GapJicHusl, T-pbl MaTpPHILE, a TaKMkKe MCHSUICS BO Bpe-
MeHH. DT0 OGDBACHACTCH H3MCHCHHEM CTPYKTYPHI MOJEKYJbl
H COCYLICCTBOBAHHEM B MaTpHUC Da3NHYHBIX TeOMETpHY.!
usomepos Crz (c yrrmamu ot 60 no 180°). TlompoGuoe
n3noXKeHHe H OGCYKAEHHE Pe3yJbTaToB MYOJHKYeTCss B
«Argew. Chem. Suppl», 1983, 92—113.  'B. M. Kos6a
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120: 86987h : Collision-induced dissociation of chromium'
cluster ions (1+) Cra* (n = 2-21)) with xenon: bond energies,!
dissociation pathways, and structures. Su, C. X.: Armeatroct,
P. B. (Dep. Chem., Univ. Utah, Salt Lake City, UT 84112 USA). J/|
Chem. Phys. 1993, 99(9), 6506-16 (Eag). : The kinetic ezergy,
dependence of the collision-induced dissocn. (CID) of Cra* (n =
2-21) with xenon is studied by using a guided ion beam rass
spectrometer. :"Examn. of the general dissocn. behavior over a broad’
collision energy range shows that chromium cluster iors dissoc.|
primarily by sequential atom loss with & few exceptions, most
notably Crs*. : Bond energies of chromium cluster ions D{Cra1>-Cr)'
are detd. from measurements of the CID thresholds. : The cluster,
size dependence of chromium cluster bond energies skows that
odd-sized clusters are more stable than even clusters for szzaller;
clusters (n < 9) and local max. at n = 13, 14, and 20 for la-ger,
clusters. : The even-odd alternation in the stability of small
chromium clusters suggests that these cluster cations are bou:df
mainly by the 4s electrons. : The pattern of stability for the larger
clusters, in particular, the observation that the 14- and 20-atom,
clgsten are relatively stable, is consistent with clusters built arourd)|
a dimer core. _ _. . . s somvad]
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132:
1§TU52 Structure and magnetic ordering in Cr8 and
cr1l3 clusters. Redd B. V.; Khanna, S. N.; Jena, P.
Physics ~Department, Virginia Commonwealth
University Richmond, VA 23284-2000, USA Phys.
Rev. B: Condens. Matter Mater. Phys., 60(23),
15597-15600 (English) 1999 Theox. studies of the
equil. geometries, electronic  structure, and
magnetic properties of Cr8 and Crl3 clusters were
carried out using the 1 spin-d. approxn. in the d.-
functional theory. Several nearly degenerate were

C. R Qo6 73R



identified for both these clusters. In contrast to
the recent studi Cheng and Wang [Phys. Rev. Lett.
77, 51(1996)], no indication of dimeriza was found
in the ground-state geometry of Cr8. The isomers
have differen magnetic properties. Among the three
nearly degenerate isomers of Cr8, t
antiferromagnetic while the other is ferromagnetic
with a net moment of 4 .mu.B Crl3, however, has two
nearly degenerate isomers-a ferrimagnetic on a net
moment of 14.0 .mu.B and a ferromagnetic one with a
net moment of 2 .mu.B These results are consistent
with collision-induced dissocn. and ma deflection
expts. . s e e
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zhi-Hong; Li, Xiang-Dong; Tan, Ming-Liang; 2Zhu, Z2h
He; Tang, Yong-Jian; Zhao, Yong-Kuan Department of

F: Cr22+ ;
p: 3 i
132:142165 Relativistic calculation of energy ‘
levels and transitions for like ion Cr22+. Zhang, !

|

Physics, Yian Tai Teacher College Yian Tai
264000, Peop. Rep. China Yuanzi Yu Fenzi Wuli
Xuebao, 16(4), 559-564 (Chinese) 1999 The

i

|
fine-structure energy levels and transition
parameters of He-like Cr22+ have been calcd. by !
applying the multiconfiguration Dirac-Fock tech
with the corrections of finite nuclear size, Breit, !
QED and orbital polarization. The results obtained

___are in good agreement with the exptl. available. |

C. L2899, 3
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