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[101: 43813p Theoretical study of the geometry of triatomic

oxides and oxide fluorides of 3d-metals. Klimenko, N. M.;

Musaev, D. G.; Charkin, O, P, (Inst. Novykh Khim. Probl., Moscow,

USSR), Zh. Neorg. Khim. 1984, 29(4),835-8 (Russ). The equil.

geometrical parameters of ScO:-, TiO: V0:*, FScO, FTiO*, and

FCuO were calcd. by the Hartree-Fock method by using valence.

. gouﬂc-exponcnt}n} I({)ooa-geillgrt}l]-.\/iglot hnnits s?ta fr‘())r 3d {m;}tnls ’;l‘ll!d
NS /) /7. double-exponential Qors-Sieghahn basis sets for and F, e,
‘/)l/’ Z/&Ml W results were compared wijth avajlable exptl, and theor. data. The
, calens, favor angular stryctures for Sc0z-, TiO2, and VO;* with a

4@ fﬂﬂ,[éﬂ?[/f ) Vvalence angle (OMO) = 126, 115, and 109°, Tesp., and for FScO and
T ye

/ FTi0 0&!’1}‘[0) = 124 and 116;, rc;p. The FCuO moll,. hps"a s[ro(?gly
/) )h. (), 8loping deformation potential and is assimed to be not rigid to’
'/]%Z/ﬂ ‘/ﬁ/[zd&c”]dc ormation. - .. i 7= e v
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14 B1021. TeopeTHueckoe HCCIEJ0BAaHHE TEOMETPHH
TPEXAaTOMHBIX OKHCJIOB M OKCH(pTOPHAOB  3d-MeTaJJoB.
Kaumenxo H M, Mycaes J. I, Hapxun O. IL
«)K. neopran. xumun», 1984, 29, Ne 4, 835—838

BeinosHens! XapTpH-(OKOBCKIE pacyeThl  PaBHOBECHBIX
reOMeTpPHY. NapaMeTpoB pfAAa MOJIEKYJAPHBIX CHCTEM JH-
okcHaoB. ScO,~, TiO, u VO,* u  oxcudropngos FScO,
FTiO+ u~FCuO ¢ HCno/Nb30BAMHEM BaJeHTHO-ABYX3IKTITO—
HeHTHoro 0asnca Poca — Beiispa — Bunota aas aromoB
3d-meTannoB M ABYX3KCmoHeHTHoro Gasnca Poca —3ur6a-
na ana atoMoB O u F. B cooTBeTcTBHH C NpeamoJioxe-
HHeM, chesaHHbIM -pakee («)K. cTpykT. xmmumu», 1964, 5,
451, 921, 924) B paMKax MOAeJH BaJICHTHBIX COCTOSIHHII,
pacyeThl CBHJETEJLCTBYIOT B TMOJb3Y YIJIOBOTO CTPOEHHS
nuokcuaoB ScO,~, TiOp, m VO,* [BanentHble yrao 0
(OMO) =126, 115 u 109° coots.], a Takxke OKCH{TOpH-
noB FScO u FTiO+ [yram 6(FMO)=124 u 116° cooTs.].
Monexyna FCuO mumeer ouenb mnoJjoryio Aedopmau. mno-
TeHUHANbHYIO KPHBYIO H, NO-BHAHMOMY, MOXET CUHTATbCS
ne(OpMaLHOHHO HeXecTkoil. - ~_ Pesiome:

NIY



J% - //lyww/ ﬂ/l 7987

ey, Spgaen pucihin 2yl 4

adiopn - COUCKArEEl yrLron eyl XK
padiulon - _ :
omens - Mowda, 7987 »

70

T Hesmentep e cpste phebmi NG
St 1 OPRO LML A FULLIVENLULAL LALEX
14/4 JUL . S LANER W
2N - S epieteni s ¢
JarkpLY mpeALit REPNO2LANLU -



) v Zéééfé,/ /948
fackos k. C.,
Prrareson @/&HO H. 8-,
| OHHUTINUM.
iu.’ﬂ, Rer. v IFE~YIT-46,
(o615¢) Tepracess, 1985,
®



1)

&

A(04-0),
S (040,

J ﬁ@

C.A 1992, [ N6

yerse

[ 116: 159264z Gas-phase thermochemistry of the Group INB
dioxides: scandium,. yttrium, aud lanthanum oxides (ScOx
YQ;, and La0:). Clemmer, D. E; Dalleska, N. F.; Armentrout, P.
B. (Dep. Chem.,”Univ. Utah, Salt Lake City, UT 84112 USAL
Chem. Phys. Lett. -1992, 190(3-4), 259-65 (Eng). Gss-phase S
YQ,, LaOz and the, singly charged cations of these species are forine
in endotherraic reactions: between MO*’ (M = Sc, Y, and La) and
NO:'in a guided ion beam mass spectrometer.. The cross sections of
these reactions are mcasured as a function of kinetic energy ard ere
interpreted to give the following bond energies (in 2V): Do(0SC-0) =
3.5 '+ .33, DOYQ) = 414 4.0.22, D}OLs-0). = 420 * 033,
Do(0Sc*-0)-= 1.7% = 0.9, DOY*-0) = 1.76 £ v.18, and Do(OLa*-0)
= 099 % 0.31. Values e the MOz (caization enetgics (in eV) sr¢
detd. to he JE (Sc02)'= 8.6 + 0.20, IE(YC:) = 8.22 £ 0.16 and
[E(1a02) #:8.11 # 0.35.. The differences between thes: values and

in the literature are discussed b sideri
::j;n( in MO: and MOy Y. Coml‘dermg tlfne nature of the
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131:162645 A Further Study of the Products of
Scandium and Dioxygen React Bauschlicher, Charles W.,

i
'
i

Jr.; Zhou, Mingfei; Andrews, Lester; Johnson, R. Tobias; |

Panas, Itai; Snis, Anders; Roos, Bjoern O. (NASA Ames
Research Center, Moffett Field, CA 94035, USA). J.
Phys. Chem. A, 103(28), 5463-5 (English) 1999 The
products of the reaction of Sc and dioxygen were re-
studied. By adding the electron-trapping mol. CCl4,

addnl. information about the IR s was obtained, as well!
as the observation of new bands. New ab initio cal are |

also performed on possible products of the Sc plus 02

reaction. The previously obsd. band at 722.5 cm-1 is
assigned as the b2 mode of ScO2-. arising from ScO+,
Sc(02)+, and (02)ScO are also assigned. The authors a
still unable to assign any bands to 0ScO. The problems

assocd. with the computational study of ScO2 are|

_discussed. S
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131:162645 A Further Study of the Products of

Scandium and Dioxygen React Bauschlicher, Charles W.,
Jr.; Zhou, Mingfei; Andrews, Lester; Johnson, R. Tobias;
Panas, Itai; Snis, Anders; Roos, Bjoern O. (NASA Ames
Research Center, Moffett Field, CA 94035, USA). J.
Phys. Chem. A, 103(28), 5463-5 (English) 1999 The
products of the reaction of Sc and dioxygen were re-
studied. By adding the electron-trapping mol. CCl4,
addnl. information about the IR s was obtained, as well
as the observation of new bands. New ab initio cal are
also performed on possible products of the Sc plus 02




reaction. The previously obsd. band at 722.5 cm-1
is assigned as the b2 mode of ScO2-. arising from
ScO+, Sc(02)+, and (02)ScO are also assigned. The
authors a still unable to assign any bands to 0ScO.
The problems assocd. with the computational study
of ScO2 are discussed.




‘ﬂ Mol 6 7979

F: Sclo2)+

P: 3
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Panas, Itai; Snis, Anders; Roos, Bjoern O. (NASA Ames
Research Center, Moffett Field, CA 94035, USsa). J.

Phys. Chem. A, 103(28), 5463-5 (English) 1999 The

products of the reaction of Sc and dioxygen were re-
studied. By adding the electron-trapping mol. CCl4,
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addnl. information about the IR s was obtained, as well ;
as the observation of new bands. New ab initio cal are
also performed on possible products of the Sc plus 02
reaction. The previously obsd. band at 722.5 cm-1 is
assigned as the b2 mode of ScO2-. arising from ScO+,
Sc(02)+, and (02)ScO are also assigned. The authors a
still unable to assign any bands to 0ScO. The problems'
assocd. with the computational study of ScO2 are:
discussed. -




