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' 3b52016.  Yrounenne crpyxtypm MgAIB,.. Refinement
of the structure of MgAIBy,. Higashi [ wami, Ito
Tetsuzo. «J. Less-Common Metals», 1983, 92, Ne 2,
239—246 (anra.) -
Peutrenorpaduueckn onpenenena ctpykrypa KPHCTaIJI0B
MgAIBy; (A Mo, annsoTponHsblii MHK, - R 0,023 nas

- 1277 orpaxennit), CHHTEC3HDOBAHHBIX  B3aHMOJEICTBHEM

aneMeHToB nmpH T-pe 1500° C. ITapamerpn pomGuy, peurer-
KH: a 5848 A, b 8,112, ¢ 10,312, p (u3am.) 2,6, p (BBIY.)
2,59, Z 4, ¢. rp. Imam, OcHoOBy cTpPyKTYpHl npexcrasaser
co6oit Kapkac H3 aToMoB B, NPeACTAaBJEHHBIX KaK B BHje
HKOCa31poB Byy, Tak M B H30MpOBaHHOM BHme: Ha aue-
MeHTapHyIO siueliky MPHXOAHTCSt 4 mKOcasapa 1 8 oxMHOU-

" HBIX aTomoB B (B—B 1,7197—2,0370 A). B nycrorax

Kapkaca pacnonaraictest atomsl Al m atomm Mg, Haxo-
Adliecs B OXpysxkenin u3 16 atomos B (Al—B 2,0663—
2,8248 A, Mg—B 2,379—2,925). ITonosxenns atoMop Me-

X198y, 19, v3 @



TaJJ0B_3acejeHb He MOMHOCTbIO: Ha 78% B caywae Mg
u Ha 759 B cayuae Al, B COOTBETCTBHH C ueM MCTHHHBI
cocra orseuaer MgosAlo,7sB1y. B Hanpasnennn ocu a
B CTPYKType INpPOXOAAT JHHEiiHble uenmn u3 atoMos Al
(Al—A1 2,924 A) wm 3ursarooGpasubie uens H3 atoMos Mo.
(Mg—Mg 3,07—3,74). BakancHu B NOJOKCHHAX aTOMOB
Metanna pacnpenenensl craTHcthueckn, C. B. CoGo:esa
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/99: 128624t The high pressure disproportionation of spinel,
/MgAl:O« Howald, Reed A.; Moe, Ardis A.; Roy, Bimalendu N.
(Dep. Chem., Montana State Univ., Bozeman, MT 59717 USA).
High Temp. Sci. 1983, 16(2), 111-21 (Eng). A new computer
program was tested with calcns. on the system MgAl:O4 (c) = Mg0
(¢) + 2AlO1s (c, corundum) provides a good test for proposed
equations of state for pressure _dependence of the equil. on temp.
Murnaghan's logarithmic equation of state is satisfactory provided
both the bulk modulus and its pressure deriv. are functions of the
temp. Full equations of state are given for all three solids. The P-T
phase diagram calcd. with these values differs substantially from that
of Liu (1980). Depending on the thermodn. values selected for
MgALOs, the equil. line is near 9000 + 1.11(T - 1000) or 9700 +
1.50(T - 1000). g .
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21139.  Hesmnmpuueckmuii pacuer CTPYKTYPH H  CTa-
GHALHOCTH MOJNIEKYJ aMOMOTHADHAOB MATHHS c yuerom
SJCKTPOHHOI Koppeasiunwn / 3i06un A. C., Fop6ux A. A.,
‘Yapkun O. II. // X. CTPYKTYp. XHMHH.— 1988.— 29,
Ne 5.— C. 9—15

B pamkax npuGauxenna CCII1/3-21T* ONTHMH3HPOBAHK
FCOMETPHY. NapaMeTphl pPasMHYHHX KOHMHrypauuii Mose-
Kya alloMOrHipunos wmarhus Mg(AiH,),, HMgAIH,,
MgAIH,+, HMgAIH,;, MgAIH,*. Ornocur. SHepPrHH KOHGH-
TYPaUHil H SHePTHH PA3NHYHBLIX KaHAJOB HX MOHOMOJIEKY-
AAIPHOrO pacnana yTOUHSNHCh C YYETOM 3/EKTPOHHON KOp-
peasiunH B paMKax  Merona Measnepa—Ilneccera 3-ro
nopsiaka ¢ Gasucom NIXI-TII. PesyabTath cpaBHHBAIOT-
Csl C aHAJOrHYHBIMH JaHHBLIMH, PACCYHTAHHBIMH B TOM Ke
NPHONHXXEHHH AJS OLHOTHMHBIX aJIOMOrHAPHAOB 6epHIIHS. .
L o ! ¢ Pesiome
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>“5 l;1043. Heamnnpnqecxuﬁ pacuer CTPYKTYypnl u cTa-
GHJBHOCTH MOJIEKY/ aJMIOMOTHADHAOB MarHHs c yueTom
SMEKTPOHHOM Koppeasuun / 3w06un A. C., TFopGuk A. A,

Yapkun O. II. // XK. CTPYKTYp. xXuMHM.— ]1988.— 29,
Ne 5— C. 9—15— Pyc.

B pamkax npuGmmKenus CCI1/3-21T* ONTHMH3HPOBAHLL
TCOMETPHY. MapaMeTPH PasMHYHLIX KOHGHIYpaimit MOJIEKY T

AMOMOTHAPHAOB Martus Mg (AlH,)s, W\& AlHy+,
HMgAIH,, MgAlH,*. Otnocur., SHeprH “Konurypauun u
SHePLUL —PESAHIHLX—KINANOB  HX MOHOMOJIEK. ~ pacnapaa
YTOUHSANH C Y4CTOM 3JCKTPOHHON KOPpeasuuy p paMKax
Merona Mestepa—Ilneccera 3-ro nopsinka ¢ Gasmcom
L]

HO3XO+III. Pesyasratn CPaBHHBAIOTCS C aHAJOTHYHBIMH
AQHHHIMH, DAaCCUHTAHHBIMH B TOM XXe NPHOAHKEHMH As
ONHOTHNHBIX AJIOMOTHAPHAOB GepHJIHSI. Pesiome
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2, Mol o
/[,9%, 6/ 2 127: 40201p Polyhedral Ionic Molecules. Boldyrev, Alexander I.;

Simons, Jack (Department of Chemistry, University of Utah, Salt Lake'l
City, UT 84112 USA). J. Am. Chem. Soc. 1997, 119(20), 4618-4621:
(Eng), American Chemical Society. Small isolated clusters of alkali
halides and analogous divalent species composed of closed—shell at. ions,
are known to prefer densely packed structures similar but not identical

725 wﬁy ” to the repeat units found in the solid state. Beyond the simple cube,
/)Z(/Cf structure that occurs, for example, in alkali halide tetramers, no other:
z 'icf//L ionic polyhedral structures contg. only at. ions are known. In this article, |
(/L L we explore the possibility of other three—dimensional structures, and wej|

L ,M/ﬁ, show computationally that two mols., Mg,Al O3 and Na,Mg,0;, have
L’ﬁ? gb v ‘very stable distorted rhombic dodecahedron structures. We therefore '
i é suggest that a wide variety of stable polyhedral structures could be

4 constructed from ions, and we offer a simple electrostatic model for:

) ﬂz - - predicting which polyhedral ionic structures should be stable and which :
(/ / ‘ should not. We point out that several recently obsd. inorg. solid state ’

materials contain core structures that fit our predictions. i

C.A 1995 [AF N3



/{[’[’#/ - 7977
MIS12 fohls oot ol
i S i den PP

Gl bt
iopdh R

i

Wy, ﬂ/[/f/é’s/ﬁ N/



Mo 05 e
ponis. . ey KA

MG Jpag, vL(/0), T69¢"
%’%y[% 779

. @
(bt - fh M)



My %
s Aokin £ )., s-al i
A Neorq /l%ﬁ? 7778,

bty
ey [/2), 20520 V9



