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10549, ~ YILTpadmoiACTOnEii CHCRTp MoaeKyant AuMg.'™
Schiltz Jean. Spectre de bandes ultraviolet de la mo- il
lécule AuMg. «C. r. Acad. scin, 1950, 251, N2 5, 682—683} -~ -
(Pppamy) . —Iccaegopan  YP-cHeKTp IOTIIOICINET NAPOD
cxaeen Mg 1t Au, movenienmoii » meus Iinra npi 2000° K.\

B crnekTpe odnapys;KRena pasBHTas CICTCMA 1I010C B o010~}
etit 3100—3400 A, KanThl KOTOPLIX (B ¢A—') MOTYT OBITDL!-
omicansr  «p-moit v = 31058 + 242 (v + o) —2(v £

+ )2 =00 (V) 4 12)3—3C8 (v + ') + 4,1 (v 1%
IIMeeTest TARKE P _II0I0C B oomacTir 2900—3050 A ur cu-! -~

cTeMa TOI0C B obmacTn 2615—2060 A. IIpROAATesKHOCTE

~reJbLCTB, XOTA AIA Tepnoif CHCTEMEL DTO naunfoyice o4e- |
bpmamo. ... e - B. IOnrman |
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5B143. IMoaoca moaekyast AuMg B yavTpaduoneropoii!
odaacti. Schiltz Jean. Spectre de bandes ultraviolet = -
de la molécule AuMg. «C. r. Acad. sci.», 1960, 251, Ne 5,!
682—683  (drpauu.).—Bocnpon3BeeH - Hecaeq0Banig  nO|
COeHHEHHAM 30J10Ta I ‘LIEJOUN0-3eMeNbHBIX METaJ/0B TpH |
" BuicokHX T-pax (Ruamps J. «Thése», Lille, 1957). B uacrt-:
Hoctd, B Y®-o0nacTit HaGa0fanuch ABa TOJOCATHIX CHEK-:
Tpa, H3 KOTOpPHIX no KpafiHeil Mepe OAHH JOJMKEH ObIThb,
npimucay Mosekyne AuMg. '
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20 peaks, is of doubtful origin.

Ultraviolet spectra of e molecule AulVg. ‘ Jean Schiltz:
Compt. rend. 251, 682-3(1960).—An ultraviolet spectrum

in alk.-carth metals, obtained between 2780 and 2790°K. is;- -

due to AuMg. The bands between 4800 and 5600 A. are -

distinct. Three sets of weak bands do not belong to any .. .

known spectrum.. Between 3152 and 3319.5 A. there are 12

bands; 6 bands between 2920 and 3055.3 A. are seen onlyat: ___._ ___ .

low temps. The system between 2615 and 2660 A., contg. !

Elliott Henmer |
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AuBe . AuAl,Aulig (mol.post.)
AuGa PR C

AuSi  (mol.post.)

AuGe sil.post.

3l06-VI
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‘Barrow R.F., Gissane W,J.l.,Travis D,N,
Nature /Engl/,  1964,201, N 4919, 602-04

Electronic spectra of some gaseous diatomic ee
compounds of gold.
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125: 231176¢ Structure and Bonding in Metal-Oxide Systems:
The CuM@ and CuCaO Molecular Systems. Lopez, Nuria; Illas,

Francesc - (Facultat de Quimica, Universitat de Barcelona, Barcelona, |

Spain 08028). J. Phys. Chem. 1996, 100(40), 16275-16281 (Eng). The
mol. structure of the different isomers arising from the interaction of Cu
with both MgO and CaO mols. has been detd. from all-electron ab—

I}

initio SCF and CAS—SCF wave functjons. Only linear stable structures .

are found as characterized through the vibrational anal. The > dissocn.
energy with respect to the isolated mols. was obtained by explicitly
considering the electronic correlation effects through MP2 or MR~CI
calcns. The role of electronic correlation is very important due to the
near degeneracies existing in the isolated MgO and CaO mols. where the

' SCF description is not adequate enough. A set of theor. techniques has

been used to analyze the chem. bond in these mol. complexes. All the
results indicate that the bonding in the O— and M-bonded complexes :
is very different. This fact may be interpreted from the different behavior '

.of the dipole moment curve and from simple arguments such as the

in;;_)grt:apgg_gf 5iiﬂ_'e nt valence bond resonating structures.
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5y 12B143. CTpyxTypa M CBA3b B MeETaJlJIOKCMA-
inBIx cucTeMax. Monexynspubele cuctemMur CuMgO.
u CuCaO. Structure and bonding in metal—oxide systems:
The-CuMgO and CuCaO molecular systems / Lépez Niria,
“Illas Francesc // J. Phys. Chem.— 1996 .— 100, No 40 .—
C. 16275—16281 .— Anra. Mecto xpaneuus 'ITHTH
Heamnupuueckum metomom CCII B nonnoMm akTHBHOM mpo-
CTPaHCTBE MCCIIENOBAHO JJIEKTPOHHOE CTPOCHME DAl INYHBIX
.,ZZ /’ . n3omepos nponykrtos BiaumoneiicTeus Cu ¢ MgO u CaO.
Y Ouenennl sHepruu ux muccoumauun. CTabuabHBIMU Haiime-|
HBI TOJIBLKO JMHeitHble cucTeMbl. [lonuepkuyTa BaXXHOCTh yue-
Ta 2JIeKTPOHHOI KOPPEeNsAIMH RIS alcKBATHOTO OMMCAaHNA CH-.
cteM. Jletanbno obcy)xaeHa nMpupoda XMM. CBA3M. Bu6:;3. SJ(I).‘
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21B117. [IpouHHe  XUMMYECKME CBA3M C  30JIOTOM.
KoppenMpoBaHHHE PpPEeJIATUMBUCTCKME pPe3yJIbTATH BHCOKOTO
YPOBHA IONA OBYXaTOMHEIX cucTeM AuBe{+}, AuC{+},
AuMg{+} u AuSi{+}. Strong chemical bonds to gold.
High level «correlated relativistic results for
diatomic AuBe{+}, AuC{+}, AuMg{+}, and AuSi{+} /
Barysz Maria, Pyykko Pekka // Chem. Phys. Lett. -
T998. - 285, 5-6. - C. 398-403. - Auri.

F: AuMg[+] _' ‘f\' 393%0

Qo 1998, A2/ ®




IIpencTaBJIeHH pe3ynbTaTH pacuera YyeTHpex
3KClEepMMEHTAaJIbHO HEeU3BECTHHX JacTuy AuBe{+} (I),
AuC{+} (II), AuMg{+} m AuSi{+}(III) B OCHOBHHX
CUHIJIETHHX  COCTOAHMAX C  YYEeTOM  pEeJsSTMBUCTCKUX
3¢dexToB Ha KBA3MPENATUMBMCTCKOM ypoBHe [yrsaca-
Kponna. PacCuMTaHHHE B paMKax TeoOpuM BO3MYyUEeHMUM
_Auccounaumn D[e] onsa Tpex yacruy MOJIyYeHH
MaKCUMaJbHBIMM 118 COeOMHEeHMIt 30J10Ta U  pPaBHHMU
3,636, 3,688 u 3,815 B gna I, III u II coorB. Ilo
pe3ysbTaraMm pacueTa [OJaMHa CBA3M B KaTuoHe II
ABJISETCA KOPOTKO} M npubimxaeTCa K TPOMHON CBA3MU.
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134:373373  Electronic structures of AuMg and AuZn. Leiro, J.
A.; Kokko, K.; Laihia, R.  Department of Applied Physics, University
of Turku, Turku, Finland.  J. Electron Spccﬁ'osc. Relat. Phenom.
(2001), 113(2-3), 167-174. in English.

The electronic d. of states for AuMg and AuZn was calcd. by
the lincar-muffin-tin-orbitals method. A band narrowing for the d like
states of Zn and Au as well as a shift to larger binding energies arc
found on going from pure metals to the compds. The charge d. was
caled. using the same Wigner-Scitz radius for the compd. and pure
metal when studying charge transfer between the different atoms. A
comparison was made with ZnSe and ZnS.
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