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133:257008 Electronic structure détermination{
of chromium boride cation, CrB+. Kalemos, :
Apostolos; Mavridis, Aristides Department of

Chemistry, Laboratory of Physical Chemistry,
National and Kapodistrian University of Athens
Zografou, Athens 157 10, Greece J.
Chem. Phys., 113(6), 2270-2281 (English) 2000.
The CrB+ cation mol. system has Dbeen
investigated with the help of semi-quant. basis
sets [ (7s6p4d3f )Cr/(4s3p2dlf )B] and highly
correlated (valence) multi-ref. wave functions.
Out of a possible manifold of 70 states correlating



to the Cr+(6S, 6D, 4D, 4G)+B(2P) at. states, we
have explored a total of 35 states spanning an
energy range of about 3.4 eV. The ground state is
of X 7.SIGMA.+ symmetry with a binding energy of
28.8 kcal/mol at an internuclear distance of 2.242
A. The next three excited states 1 5.SIGMA.+, 2
5.PI., and 37.PI. with energy splittings 7.1, 12.9,
and 24.3 kcal/mol from the X state, have binding
energies of 21.8, 16.5, and 5.1 kcal/mol, resp.
For practically all states we report potential
energy curves, total energies, the most common
spectroscopic parameters, while we: discuss the
binding modes using simple chem. diagrams based on

valence-bond concepts.
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02.16-19B53.13. TennoeMkocTb, u TepMOOMHaMMueCcKue dyHkUMN
T1Crs[2) / Anmxad A., Cynranosa C. I'., Hamxadsapme M. a., .
Ceunnmos P. TI'. // 7 PecnyGnukaHckas HayuyHaa KoHoepeHuus
"OU3UKO - XUMMYE CKUIT aHanmms un Heoprahnueckoe
MaTepuanoseneHue", Baky, 21-23 Mmasa, 2001 COopHuk
crareit. - Baky, 2001. 110-114. - Pyc.; pes. azsep6.
9KCNepuMMeHTaNbHO u3yueHa TEMJIOEMKOCTh deppoMaruurHoro
nonynpoBoOHukKa T1Cr&{, BHuUKMCHEHH TepMOoMHaMuyeckye
napamMeTps. [lokazsaHo, uYTO TeMneparTypHasa sasucu MarHUTHOM
TelJIOeMKOCTM XapaKTepHa nmnsa KBA3SUABYMEPHHX  MarHUTHREX
cucreMm. Bu 5.
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02.16-19B3.14. HuskoTemnepaTtypHas TEeNnJIOEeMKOCTb

MarHUTHOTO noaynposomHuka T1CrTe([2] / AnmoxaHoB M. A., .
Kepumosa E. M., Hamxadpsame M. [H., Cynrasosa C // 6

PecnyOnuKaHCcKaa HaydHas KoHpepeHuusa "OUBMKO-XuUMMUECKMt

aHanu3 ¥ HeopraHuueckoe MaTepuanoeseneHue", Baxky, 19-20:
mas, 2000 : COopHuk crareit. Baky, 2000. - C. 107-110. -

Pyc.; pes. asep0l. MpuBeneHu pes3yibTaTH

3KCMEPUMEHTANIbHOT'O  MCCJIENOBAHUA  TEIJIOEMKOCTM  MATHUTH .
nonynpoeonuuka T1CrTe([2] B mHTepBane remnepatyp 5-300 K.

C ucnoJsib30BaHueM pes3ysibTaToB usMepeHun C(p] (T) BuUKUCIEHH

TepMOAMHaMMUEeCKMue napaMeTpH T1CrT Bubn. 2.




