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13 B870.  OTpHuaTeablisle HOHLI NPH BBICOKON TeMme- | -
patype:  aneKTpoHHBIi  yaap B mnapax As,, Ben-:
nett S. L, Margrave J. L, FranklinlJ. L,

Hudson J. E. High temperature negative ions: elec-
tron impact of As: vapor. «J. Chem. Phys.», 1973, 59,
Ne 11, 5814—5819 (aury.)

B unteppane 1-p 380—420° npn HcnmapeuHH MblIbAKA H3
KaMepr Kuyacena ¢ momoumbio Macc-CexTpoMetpa oGna-
pyxeHbl 00pa3ylounecs 3a Cuer JNCCOUHATHBHON HOHH3a- |

uuy otpHu. HoHbl  Ass~; Asy™; As— ¢ IIt  nosBaecnns

80,7£2,3; 70,2+23; 830+%3 xkai/Moab coots. Ompene- !
Jeubl HIUBITOUNLIE JHeprii HOHOB As;~, As,~, As—, coors. | .
pasusie 10,60,8; 18,3+0,7; 11,4+0,6 xxan/soab. Yera-
HOBJICHO, UTO HaiijentLie 1Oolbl 0GPasyIoTCst NPH 3JCKTPON- -

HOM ynape 3a cuer npoueccoB Asst-e—Asp,~+As, , (n=
=1,2,3). OGpasopanue As~ 3a cuer mpouecca  Asy+e—s
—As—+Asz+As gxanonep%g'gnc]){)C ﬂOM%ﬂlblO :gnr. JaHHBIX
puiunesaenst  AH° (o6p., °K) ras._Asy—, Ass~ u As,,
cooTn. pasuple 43,1::475; 38,3+4,3; 57,630 kKkan/mons
H CPOJACTBA K 3JIeKTpouy As, u Ass, paBuble 24441 y
19,3+8,2 xxan/Mob. M. B. KopoGos
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120: 38719a Ion/molecule reactions of metal and semiconductor
clusters: ionization potentials and electron affinities. Bach, S.
B.; Bruce, J. E;; Cheeseman, M. A.; Ramanathan, R.; Watson. C.[
H. (Dep. Chem., Univ. Florida, Gmnesvxue, FL USA). Report 1992,
39; Order No. AD—A251618 22 pp. (Eng). Avail. NTIS. From Gou ‘
Re Announce. Index (U S.) 1992, 92(19), Abstr No 252,552. |
74 g ﬁ /j Wl Electlron affinities a&d 1onmt;onbpoet§nt|alshof As, C f E A\;, andl
Cu clusters were es precisely based on ¢ ge—trans er bracketin
/ L) .am ‘olving cluster ions and neutral m%rls of known electrogl
muca and 1ommtlon potentials.
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120 38743d ‘Structure and jonization potentials_of clusters
containing heavy elements. 1..Homonuclear group V clusters
up to hcxamers. Igel-Mann, G.; Stoll, H.; Preuss, H. (Inst.
Theor. Chem., Univ:”Stuttgart, W-7000 Stuttgart, 80 Germany).
Mol. Phys. 1993, 80(2), 325-39 (Eng). Homonuclear clusters Xm of:
heavy group V atoms (X'= As, Sb) up to m = 6 have been studied

S s ﬁ\ _with valence ab initio self consistent .ﬁeld/conﬁgumtion integration

U 0 /I/ﬂé calcns. using energy-adjusted pseudopotentials. ~ Several structures,
have been investigated and results are given for bond len| (Ra),

WZ @//W — atomization energies (D,) and vertical lonization potentials of the,
N ground states. mparison with exptl. and other theor. values is’'
/{/[ Vi made where possible. Sl L !

oS &’
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120: 117266d Valence isomers of benzene and their relationship
to the isoelectronic isomers of arsenic molecule (As¢). Warren,
D. Scott; Gimarc, Benjamin M.; Zhao, Ming (Dep. Chem. Biochem.,'
Univ. South Carolina, Columbia, SC 29203 USA). Inorg. Chem.
1984, 33(4), 710-15 (Eng). The authors report the resulis of.
eometry-optimized ab initio SCF-MO calcns. for Ass in structural
orms corresponding to the five valence isomers of benzene, CsHe,
with which Ase¢ is valence-isoelectronic. The authors used Scyseria's
752+P polarized basis set for arsenic. The resulting ene v orderin
LR of Ass isomeric structures is very similar to what the authors foun
W /W// previously for Ps isomers but quite differeat from that known for the
A CeHs valence isomers. For Ass as for Pe, prismane and benzvalene
74 structures have the lowest energies while the planar hexagon ;
, (benzene) has the highest. The range of energies of the five .
ﬂ//’lﬂf%/uﬂ ) structures is small, around 45 kcal/mol, somewhat larger than for the |
7~ Pe isomers but far smaller than for CsHs. Caled. bord distances are
/O ¥ ﬂﬂ ./ easily identified with exptl. examples of AsAs single, double, and
LCV/ : * arom. bonds. The energy of 2Ass lies only 30 kcal/mol above that of
3As«. Caled. energy change of homodesmotic reactions involving,Asq |
and Ass give ests. of strain energies and resonarce energies. ,I'he :
strain energies ranie from 2 kcal/mol for Dewar benzene to 33 .

‘@,/},/%u// /40,510



keal/mol for prismane. These are uniformly lower than comparable
caled. strain energies of Ps isomers and much lower than strain |
energies of the vajence isomers of C¢He. The authors' est. of, the
resonance energy of planar hexagonal Ass is 17.6 kcal/mol, scmewhat
larger than that for the same structure for Ps and smaller thaa the |
caled. resonance enerzy of benzene, CcHe Using caled. strain and i
resonance energies for Ass isomers, the authors obtain an est. of 60 !
kcal/mol for lﬁe As:As double bond energy. As with carbon and |
phosphorus, the homoat. double bond is weaker than two komoat. |
single bonds, and it is this result that establishes the basic energy !+
ordering of Ass isomers. Caled. charge densities for Ass isomers are
uniformly smaller than those for comparable Ps structures. Weaker |
"bonds, smaller strain energies, and lower charge densities are .
roperties that are consistent with the fact that valence AO's of
Farper principal quantum no. are more diffuse. "
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132:227699 Energetics and stability of Gam, Asn, and

GamAsn microclusters calculation. Erkoc, Sakir;

Turker, Lemi Department of Physics, Middle East

Technical University Ankara 06531, Turk. Physica E
. (Amsterdam), 5(1&2), 7-15 (English) 1999 Calcns. based

on PM3 type semiempirical MO method have been performed
to investigate the energetics and structural’
stabilities of Gam, Asn, and Ga microclusters. It.

has been found that both two- and three- dlmenSLOnal
geometrles are realizable as stable structures.
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