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111: 45509z The electronic structure of yttrium disilicide..
Martinege, L.  (CNRS, Uriv. Joseph Fourier, 38042 Grenoble, Fr.).
dJ. Phys.: Condens. Matter 1989, 1(15), 2593-6 (Iing). ‘The:
electronic structure was studied of YSiz. | The d. of states is caled.
within a tight-binding scheme and charge transfer is treated in a
self-consistent way. The results show that hybridization between Si .
7%£ Jn /_{ and Y is mainly due to Si p. and Y d coupling and that YSi: is a -
/ / * metal. The densities of states compare well with those from the UV
photoemission and ion photoemission spectra.
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114: 30436m Geomctries and energy scparations of low-lying
states of yttrium imide and yttrium hydride nitride (YNH and
NYIH).  Das, Kalyan K.; Balasubramanian, K. ( ep. Chem.,
Arizona State Univ., Tempc AZ 85287-1604 USA). J. Chem. Phys.'
1990, 93(9), 6671-5 (Eng) Complete active-space multxconhr'urahon
.SCF followed by multireference configuration—interaction calcns. are,
“carried out on low-lying electronic states of YNH and NYH. We
find the X2+ linear state of Y-N-H to be 55 kcal/mol more stable
than the bent NYH and 59 kcal/mol more stable than the linear.

N-Y-H. Our calcns. confirm the recent assignment of the first obsd.:

ectra generated by’laser vaporization of Y metal + He/NHa. The

Eeor dipole moment of the Y-N-H mol. (3.06 D) is in excellent
agreement with an exptl. value of 3.06 K obtained by Simard et al.
The theor. Y-N and N-H bond lengths are also in good agreement

.with the exptl. results._ e
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P:3

65146. Cwmemwannble  TPEXaTOMHBIC  MOJCKYJbI THAPHA-TATOreHHI0B
NICPCXOAHBIX METALIOB BTOpOro nepexoanoro psaga. 2nd Row transition
metal mixed hydride halide triatomic molecules / Siegbahn P. E. M. // Theor.
chim. acta. - 1994. - 88, N 6. - C. 413-424. - Aurn. ——

P 14 4%

a4



1994

F: YHI

P:3

65146. CMelaHHbIC TPEXaTOMHEIE MOJICKY/bl THAPHA-TANOrCHIIOB NepeXOaHBIX
METANIOB BTOpOro mepexoanoro paja. 2nd Row transition metal mixed hydride
halide triatomic molecules / Sicgbahn P. E. M. // Theor. chim. acta. - 1994. - 88, N
6.-C.413-424. - Anrn. -
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F: YPO4
P:3
1651235. JlioMHHeCLEHTHBIE CBOIICTBA HEKOTOPBIX (OCHATOB peaKO3EMENBLHBIX
anemenToB. Luminescent propertics of some rare carth phosphates : [Pap.] 13th Int.
Conf. Phosphorus Chem. (XIlith ICPC), Jerusalem, July 16-21, 1995. Pt 2 /
Melnikov P., Massabni Ana Maria, Malta O. [Phosphorus, Sulfur and Silicon and
the Related elements] // Phosph., Sulfur and Silicon and Relat.Elem. - 1996. - 111,
N1-4.-C.1.-Aurn.

Hccnenosanel cnextpel JIM Matpuu nepemennoro cocrtasa Sc[x]Y[1-y]PO[4]
(x=0,25; 0,5 n 0,75), a Takke ScVO[4]. Tlonoxenne nonoc o6ycnaosaeHo
B3aHMOJCIICTBHEM KAaTHOHHBIX M aHMOHHBIX opOuTaneii. OOCyxaeHsl ToueuHasn
CHMMCTPHA  aKTHBHBIX LICHTPOB, HEMPHBOAHMBIC MPEACTABJCHHA YPOBHeEii,
npupoaa HaGmoaacmoii JIM i ee TywcHHs NP CICAOBAHHI 1O PAAY COCAHHCHHIT
ot cna6on ronyGoﬁ B YPO[4] no kpacnon IIM B ScPO[4].
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130: 87532z Riman spectroscopy of rare earth thiophosphate-
'(LoPS,, Ln = Y, La ~ Lu) series compounds. Huang, Zhongle
(Department of Chemistry, Xiamen University, Xiamen, Peop. Rep. China
361005). Zhongguo Xitu Xuebao 1998, 16(3), 208—212 (Ch), Yejin
Gongye Chubanshe. The Raman spectroscopy study of LnPS, series
compds. with tetragonal xenotime structure shows that the sym. stretch-
ing vibration frequency v, increases linearly with the lanthanide contrac-
tion, i.c., the decrease of the effective ionic radius ry,3*. Also, the v,

frequency for the nontetragonal LuPS, falls off the line running through
the corresponding values for the tetragonal phases. This tendency is
) / _ consistent with their structural modifications. ______ e
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132:140459 Stability effects of AunXm+ (X=Cu, Al, Y,

In) clusters. Bouwen W.; Vanhoutte, F.; Despa, F.2

Bouckaert, S.; Neukermans, S.; Theil Kuhn, Weidele, H.:;

Lievens, P.; Silverans, R. E. Laboratorium voor Vaste-

Stoffysica en Magnetisme, K.U. Leuven Louvain B-3001,

Belg. Chem. Phys. Lett., 314(3,4), 227-233 (English)

1999 Bimetallic AunXm clusters (X=Cu, Al, Y, In, n=1-

65, m=1 and 2) were produced by a dual-target dual-laser

vaporization source. Following mult absorption, the
stability patterns resulting from fragmentation were
_investigated by time-of-flight mass abundance

C A R600, 132



spectrometry. AunCum+ clus exhibit the 'same
electronic shell effects as_  Aunt. Different

abundance p are obsd. for AunAll+ compared to
AunYl+ or AunInl+. The patterns are re to the
magic nos. of the -electronic shell model .for":
clusters. The differ between the bimetallic
clusters are interpreted in terms of different clu
geometries dependent on the dopant atoms nature.
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134:152890p Atomic structure of YBsq studied by digital high—

resolution electron microscopy and electron diffraction. Qku

Takeo; Bovin, Jan—Olov; Higashi, Iwami; Tanaka, Takaho; Ishizawa,

Yoshio (Institute of Scientific and Industrial Research, Osaka University,

Ibaraki, Japan 567-0047). J. Mater. Res. 2001, 16(1), 101-107 (Eng),

Materials Research Society. At. positions for Y atoms were detd. by

j %4 .‘lusing high—resoln. electron microscopy and electron diffraction. A slow—

W WL&% 4 / scangchaige-—coupled device camera which had high linearity and electron
/,{ g c P sensitivity was used to record highrresoln. images and electron diffrac-
’ ‘ tion patterns-digitally..: Crystallog. image processing was-applied for

; 1 image anal., which:provided more accurate, averaged Y atom positions.
a‘/ﬂ// -/M : In addn., at.. disordering positions in YBss were detected from the dif-
ferential images between obsd. and simulated images based on x-ray

data, which were By, clusters around the Y—holes.. The present work

indicates that-the structure anal. combined with digital high—resoln.

electron microscopy, electron diffraction, and differential images is use-
ful for the evaluation of at. positions and disordering in the boron—based

C-A Lsol, 134 471
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