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Studies on the hydrolysis of metal ions.,
52. A recalculation of emf data on — |
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=/ (B9 167 LX) I
15.5701... TepMoaMHAMHKA H (H3HYECKHE cBOiiCTBA CO- |
enunennit 6epuaans. X1, Tennora oGpa3oBaHns H SHTPONHS |
FHAPOOKHCH OJIHOBaJIeHTHOro Gepuanmusi (ras). Ko H. C,!
‘Greenbaum M. A, Farber M. The thermodynamic |
" and” physical properties-of *beryllium~compounds. XI. The{
\\% heat of romation and entropy of beryllium (I) hydroxide
(g). «J. Phys. Chem.», 1967, 71, Ne 6, 1875—1879 (aur.a.)
o - B femneparypHoil o6Jaactit 2107—2368° K 3 y3nonubIM |
( _MeTo0M H3yueno pasuosecic BeO (xonp.) +1/2H, (ras.)=
\ - =BeOH _(raz.). Oas 7-psi 2235° K 3naueuist cBOGOAHOI 31
\ | TaABIHH M SHTPOMHH P-LHH COCTaBHJI 88,3+3,8 KKaa n,
-97,4=1,7. sutp. ex., coor. C HCNOJB30B2HHEM JlllTCpaTyp-i
HLIX . aHHBIX s oGpasosannst BeOH npi_ cTaHAapTHBIX |

Mmoo, (139] = 26,043 (1) 94,50,5 (1)
% g Y RTER I S TR,

: wﬁw%‘“’f o _yrxg
T M- IS 2 T

Be Okt




.YCJOBHAX MOJAYYeHO MO BTOPOMY 3aKOHY AM2os=—465:

+3,8 KkKkaa. 1 Soes=54,0+1,7 asurp. en. CoorsercTsyouiic,
_3HAYCHHs, PacCUNTANHbIC 1O TPETbeMy 3aKoly, COCTaBHJI |
1 =48,2%0,5 xkaa 1 53,29 antp. ef. [as tensorsl oGpasosa-
‘nua, n sutponnn BeOH (ras.).mpu 298° K pekomenaylores
isHaqeg{,}m . —A470+2 Kkaa/mors u 54,01 osurp. -en.
+ 1 Coobur. X, cy. PYKXuw, 1968, 75703. A. Tyzeit




S - 6285b The thermodynamic and physical properties of beryl-:
1 lium compounds, XI. The heat of formation and entropy of:
I beryllium(I) hydroxide(g). H. C. Ko, M. A. Greenbaum, and’
! M. Farber (Rocket Power, Inc., Pasadend, Calif).  J. Phys.
“Chem—"71(6), 1875-9(1967)(Eng); cf. CA 66: 49784k, An|
exptl. study of the equil. BeO(c) + 1/2Ha(g) = BeOH(g) at 2107~
2368°K. has been carried out by use of the mol. flow effusion
method. At an av. temp. of 2235°K., sccond-law values of:
88.3 == 3.8 kcal. for AH, and 27.4 = 1.7 cal./degree for AS, were|

s55

—

&7

of —46.8 = 3.8 kcal./mole and 54.0 == 1.7 cal./degree mole were

gl obtained for AH.2s and S°9s for the mol. BeOH(g). A cor-|.

3 Iresponding third-law value for AH/ 23 of BeOH(g) was found to
be —48.2 =+ 5 kcal./mole. RCKG -

obtained. By use of available thermodynamic functions, valuest-
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6‘2[ ) Y 15B51018. Tunponus AByxBasenTHoro Gepuaaus 8 1 M
NaCl. Mesmer R. E, Baes C. F., Jr. The hydrolysis
* of beryllium (I1) in 1 m NaClL «Inorgan. Chem.», 1967,
6, Ne 11, 1951—1960 (anr..)
Ipu 0, 25 1 60° norenwitoMeTpuy. MetooM H3yuen rif-
 poaus Be?+ B 1 M p-pe NaCl. Konuenrpauns Be2+ naxo-;
Aiaach B npegeaax 0,002—0,05 M, pH n3awmetisics b npene-|
" ‘1ax 2—7. Hm;saazn(l_;)]:I uTo %pu gl;x)pgnnseBoGpg):;_)ﬁogcn TpH
Tina uactiu; Beo(OH) 3+ Bes (OH) 3+ u Bes( 7+, Tlpn
A”{ 25° AH _o6paX¥oBanis KasduuplX dacTnil cocrasmier 5,0;
116,071 45,3 kxaa/mois coorserctoenno, a AS 1,4; 153 u
'35.2 suTp. en. Pesioye

y | O
ax /8IS
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" 14 B992. Tuapoau3 HoHoB OepHIJHS B BOAHBIX pacrtBo-'
‘pax M BOJHOJHOKCAHOBBIX CMeECSX. Ohtaki Hitoshi,i
_Kato Hideki. Hydrolysis of “beryllimi 1o1s— tn—am™
. aqueous solution and aqueous—dioxane mixtures. «Proc.|
»10th Internat. Conf. Coordinat. Chem,, Tokyo—Nikka, |
11967. Abstrs Papers.» Tokyo, Chem. Soc. Japan, 1967,
. " 48—50 (aura.) '
MerozoM 3. A. C. H3Mepelbl KONCTaHTBl — paBHOBECI
p-1itit, TMPOTEKAIOUNIX TpH TAPOMIC 11010D Gepiist B
!'Boae H BOAHO-AHOKCAHOBBIX CMCCSX. OcioBHoft p-uiteft_siB- |
'msercst obpatiiMoe ofpasopanie ioHa Bes (OH) 3%+, 31{:1-]
‘yemie gorapH(Ma KOUCTaHTbl PaBHOBECHST O0PA3OBaMll 3TO-
‘ro moua papio —8,74 1 TpPaKTHUECKHI HE 3aBICHT OT
. Kouu-ty auokcana (mo 55%) B pacrsope. P. Turep

[
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@(’/W = - 98953y Ionic equilibriums in mixed solvents. I. Hydrolysis '
» «¢- - of beryllium ion in a 0.2 mole fraction dioxane-water mixture.
Ro, Qs 3" containing 3M LiCIO, as an ionic medium. Hitoshi Ohtali
2 ""f}ff:‘ (Nagoya Univ., Nagoya, Japan). - Inorg. Chem . 6(4), 808-13-"
_Be, [0

'—2 (1967)(Eng). The hydrolytic reaction of Be** was studied at:
— 25° in a 0.2 mole fraction dioxane-water mixt. (55.00 wt. %

dioxane) contg. 3M LiClOq as an ionic medium. In the range:

o & of the total Be concn. of 2.5-80mM, the emf. data can be ex-_ _
~ Tplained in terms of the formation of the following complexes:!
— . BeOH™, log *Bin S —6.0; BeOH3*, log *Bi12 = —3.66 =t
- E 0.05; Be(OH), log *B;a = —10.8¢ %= 0.1; Be,(OH)*t, logi —
'( ;gz.z f= —7.15 == 0.1; Bes(OH):%t, log *Bss = —8.75R:(!::I_§)X:IO3.§
4 ! reiferences. v
q_mu?ﬂff:v..- % == :
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3 B882. HoHnHble paBHOBECHSI B CMEIIAHHBIX PACTBOpHTE-,
anx. I Tuapoan3 nona GepHIIHSL B CMECH BO/1a — JIHOKCAH |
(monbHas poas mmuokcauna 0,2), conepxaweit 3M LiClOy B
xauectse Homnoii cpeas. Ohtaki Hitoshi. Ionic equi-!
libria in mixed solvents. I. Hydrolysis—of~ beryllium ion,
in a 0.2 mole fraction dioxane — water mixture containing:
3 M LiClO, as an ionic medium. «Inorgan. Chem.», 1967,
6, Ne 4, 808—8l13 (auru.)

HMayuena riapoauTiy. p-uus

gBe*2 -+ pH,07>Beg(OH)5 7 -+ pH¥

npu 25° B YKa3aHHOl B 3aroJoBKe CMECH. Hccnenosanie:
NPOBE/EHO C TOMOLIBIO NOTCHUHOMETPIY. THTPOBAHIA B aT-
‘Mocepe Np, cBoGoaHoro oT CO,, ABYMsS METOHAMI: }10631;-"
neniteM B p-pe cocrasa B Be(ClOs)2, Ho, HCIO,, (3—2B—;

|
1
]
|
|
|
|
|
i
1

' —Hy)LiClIO4 paBubix 00beMOB p-poB A LiOH, (3—4)-|
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LiClO; u 2B Be(ClOg)s, x HCIO4, (3—4B—x)LiClOy;|
THTPOBaHHEM p-pa CHAPOJIH30BAHHOrO IepxJopara GepuJis
cocrasa B Be(ClOy),, 4o LiOH, (3—2B—4,)LiClO, p-pom
,xqopnoit  x-Tbl, copepxaueii B Be(ClO,),. Tlpu Turposa-
‘HHn He naﬁmouaJwa HH OCajKOB, HIl TOMYTHEHHS - pon ]
‘B oGmactH ¢ o6uweil Kouu-ueit Oepummust B=2,5—
:—80 ALMONb PE3YJbTAThl MOrYT ObITb OOBSICHEHBI oﬁpasona-
'HUEM CaeAyIOUIX KOMIJIEKCOB C KOHCTAaHTaMil 0Gpa3oBamis:|
‘BeOH* 1g*B;,1<—6,0; Be,OH3* Ig*f; o= —3,66 £ 0,95;
"BHUFB 1g*fs 1 =—10,84 +0,1; Beq(OH)M‘ 1g*Bs o=
V= =7, lSiO I; Be3(OH)33+ 1g*B3,3=—8,754 0,03. !
Y. Anenunkoa

-
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) 20 b1242. Honnue paBHOBecHsi B CMCLIAHHBIX pacmo-

puteasx. Il. Tuppoans moma Gepuanusi B CMeECH BOAA —(
AHOKcaH (moabuasi ponas amnokcana 0,1) 1 B BOAHOM  pa-
_cTBoOpe, conepxcamem 3 M LiClO, B KauecTBe HOHHOI Cpe-—r
“Jbl. Ohtaki Hitoshi, Kato Hideki. Ionic equxllb‘
ria in mixed solvents, 11, Hydrolysis™ of beryllium ion ml--—
a 0,1 mole fraction dioxane—water mixture and in.aque-;
ous solution containing 3 M LiClO, as an ionic medium.—
«Inorgan. Chem.», 1967, 6, Ne 10, 1935—1937 (anra.) i

Onicannbiy panee mMerogom (cooGuterie I em. POKXu,i
1968, 35882 naiiaeno, uto mpi T-pe 25+1° B cmect Boja —| -
quokcan (manokcaHa 0,1 MoJ. jmosist) JorapuQmbl houc'rau'r\
oGpa3oBanist BeQOH!»I Be»;OH)” i Be-,QOH!a“' COOTB.
paBub —3,29, — T —8.65. B 3,0 M poxi. p-pe LiClOsi -
JorapiudMe honcram‘ o6pazopannst BeOH*, Be(OH)j!

Be,(OH)3+ 1 Bej(OH)g?t+ coots. panubl <—5,4—3,27,|
—11,5 1 —8.74. . A_C._Conorki!

|—— A7 /J dot—
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“433060”" Study of the isohydric_point and condensation or
a association equilibriums. XXV. Electrometric study of hy- .
. 9/ droxyl complexation of the [Be.aq]?+ cation. Lanza, E.; Car-——
peni, G. (Lab. Chim. Miner. A., Fac. Sci. St. Charles, Marseilles,
Fr.). Electrochim. Acta 1968, 13(3), 519-33 (Fr). The results,——

obtained at 25_° with a glass electrode, concern measurements
made automatically with a recording pH-meter and an elcctro-——
mech. programmer and relate to the neutralization of Be(NO;):!

by KOH. The anion concn. was maintained const., and equal___
——t0 NO;~ = 2M!, hy the addn. of KNO;. The calens. show that!
:various equil. arc essentially governed by the following monomeric!

— and (or) assocd. ionic species: [Be.aq]?t; [Be;(OH).aq]®*;i
[Bes(OH )s.aql®t;  [Bes(OH)i.aql?t;  [Bes(OH)s.aql't;  [Bee|

—__(OH),.aq]3*. The rate of condensation increases with increasing ™
OH- concn. up to 7 (the degree of condensation or assocn.|

__ expressed as the no. of Be atoms in a given cation) of gl.?.i'—
The bulk (dissocn. and condensation or assocn.) consts. are given.

‘ A RCDF

|

—
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~— (Eng). The variation of the stability const. of

(I) were evaluated in 20 and 809, heavy water; n
-—tion in the stability const. of (I) with a variation

| -8 1960

S ' 72872g>Eﬁect of the deuterium atom fraction on the stability
_éons&mt‘of the main hydrolysis product of the beryllium ion.
Kakihana, Hidetake; Maeda, Masunobu (Tokyo Inst. Technol.,
Tokyo, Japan). Bull. Chem. Soc. Jap. 1969, 42(5), 1458-60

the main hy-—

drolysis species Be;(OH);%* (I) was studied as a function of the
—D atom fraction. First, the compn. and the stability const. of:

ext, the varia-,
in the D atom

I

fraction (0-0.8) was studied. . The compn. of the main species:
—in H20-D;0 mixed solvents is the same as that in light water.——

The values of the stability const. for the system of 20 and 80%, |
—heavy water were —log 8 = 8.75 = 0.05 and 9.28 =+ 0.05,.

resp. The value of the stability const. of the (I) species de-|
__creases gradually with an increase in the D atom fraction. i

—DWIN !

il |
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| 771303y * Ionic equilibriums in heavy water. II. Hydrolysis

of “the=Beryllium lon in heavy water, Kakihana, Hidetake; ——
Maeda, Masunobu (Res. Lab. Nucl. Reactor, lokyo nst. Tech-

/
Bé 01’.} 5+ nol., 'fokyo, Japan). Bull. Chem. Soc. Jap. 1970, 43(1), —
S/ '109-13 (Eng). The hydrolysis of Be?* in heavy water contg.
.3M NaClOy as an ionic medium was investigated at 25° by po-
'tentiometric titrns., by using a technique of const.-current
coulometry. The deuterium-i
use of a com. glass electrode.
total Be concn. from 2.5 to 10 mAf can be explained on the basis
of the following complex formation: Be:(OD)**, —log Bi.2 =
13.28 &= 0.04; Be;(OD):*+, —log B33 = 9.399 == 0.007; Be(OD)s,
—1log P2 = 11.89 == 0.07. The compn. of the species formed in ——
heavy water is the same as that in light water, but the values of
) the stability consts. are smaller in heavy water than in lightl
( .

on concns. were measured by the
The emf. data in the range of the

———
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beryllium ion with succinic, ﬁL—mallc and
" D(+)-,L(~)~,meso-tartaric 301ds.f\f" |

- nJ.Inorg. and Nuecl. Chem.",1975,37, stﬂ§91
14431451 \@HIJ,) (LD g S5

Vanni AdrlanoL Gennaro Maria Carla,
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7/ /l" 92: 48219¢ A thermodynamic study on the hydrolysis of
\ - ch;y}hpm ion in dgoxupe—wulcr mixed solvents. Ishiguro,
/7/"6\__//7;_ . Shinichi; Ohtaki, Hitoshi (Dep. Electron. Chem., Tokyo Inst,
<t K 0// l‘cchnol., Yokohama, Japan 227). Bull. Chem. Soc. Jpn. 1979,
H2(11), 3198-203 (Eng)._ The hydrolytic reactions of Be2+ jons
l&'_e_li(:ﬂ_]g@g}_l’_lgii“)’__ﬁ}_l_l_(ll}@_gl 25° in aq. soln. and dioxane-water
. . mixts.,” both contg. 3.0 mol/dm? of (Li)ClO4 as a const. ionic ‘
o medium. On the tusis of the formation consts. previously detd.,
4/4/ A5 the enthalpy and entropy changes for the reaction, ¢Bezt +
/- pH20 = Bey(OH),2 »+ + pH*, were estd. for the Be;OH3+ and
Bea(OH)g3* complex in aq. soln. and 0.1 mol fraction dioxane- water .
mixt. for Be:OH3+, Bea(OH)s+, and Bez(OH)22+ complexes in 0.2
mol fraction dioxane-water mixt. The enthalpy and entropy
changes of formation of the Be,(OH),2¢-»+ complex obtained in
solns. of various mole fractions of dioxane were estd. The .
enthalpy and entropy changes of the reaction H:0 = H+ + OH-
in the solns. of the same compns. were also detd. The results
were discussed in connection with interactions between the :
hydroxo complexes and the solvent mols. and with those between |
solvent mols. in the mixed solvents.
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8 B1581. TepMonunamuueckoe usyqeuué'runpomna HO- "

—&; /;7{// (7))t gt $90 G

- Ha GepHJIJHS B CMELIAHHOM PACTBOPHTEJE BOAA -—.uuoxcan.{
.lllshi;;;furo Shin-ichi, Ohtaki Hitoshi. A ther-

“4)

modynamic study on the hydrolysis of}eryllium ion in

dioxane — Water mixed solvents, «Bull, Chem. Soc. J;p'.»,
1979, 52, Ne 11, 3198—3203 (anra.)

Kanopumerpuuecky, MeronoM suranbnmiinoro Tr, nayue-
HH, D-UHH THApOJH3a HOHOB Be?+ p p-pax Boma — AlOK-
caw (X=0, 0,1 man 0,2 Mo xon) npu T-pe 25° HOHHOI
cunre 3 M (LiClO,) n pH<C4. Dkcnepum. ycranoska c

O HOJHHECITHBIM KOHTpOJIeM padorana ABTOMATHYECKH TMoj

ynpasiennem 9BM JEC-6. Ilpuseaent cxeMH  ycTaHOBKH
H_KOHTpoJas. Ha ocnoBe paiiee ycranossieHHLIX KOHCTANT

oGpasoBais riapoKcokoMmaekcos Be, (OH)pRa=r)+ (o

p-uin Be?+ ¢ Hy0) u- noayuennuiX RanOpLeTpii.  pe- |

_ 3y/bTaTOB paccuuTanbl AHpg # TAo,. 3HaueHns K-pux B

N /950 v

-t

1975



KJIK/MOMb MPHBOASATCS NHKe npn pasammunplx p, g u X:
nast kommiiekca Be,OH3+ AH5=18,6+0,2 u TAS;;=1,3+
+0,2, npu X=0,1 coors. .152+0,2 u —3,4+0,2, npu
X=0,2 coors. 8,4=%+0,4 u —12,44-0,4; pas Be; (OH) 3+
AHi; w TAS33 cooTs. paBHH npu X=0 61,7+0,2 n 12,2+
*0,2, mpu X=0,1 59,4+0,2 1u 10,0+0,2, npun X=0,2
59,4+0,4 1 9,1£04; mas Bey(OH).2+ AHzy 1 TAS2, npu
X=0,2 paBusl cootn. 42+0,4 i 1,3+0,4. Te e Tepmosn-
HaMHY., QyHKUHH onpeneeHH aJs p-unn H,O=H++QH-
B p:pax TOro xe cocraBa. Haa X=0 AH,=56,6+0,1,
TAS»,=22,6+0,1, npn X=0,1 coors. 58,1+0,1 u —253+ :
+0,1, a npu X=0,2 coors. 61,2+0,1 u 26,6+0,1 kx/
/Moab. Pesyasrathl 0o6CYXKAI0TCST B CBCTC B3aIIMOACICTBHIT !
THADOKCOKOMINVICKCOB € MOJIEKYJaMH p-pHTencil nocnen-
HHX MCXJy co0oii B CMeLIaHHOM p-pHTeJe. Pacemorpenr, !
B YAaCTHOCTH, CTPYKTYpPa COJMbBATHPOBAHHBLIX KOMILICCCOB If |
pacmpeaesncHHe B.HHX MJOTHOCTH 3apsioB.

= S ————.....- ' _ JI. B. Apceenkos



iy et b
// ‘/02 é/ 11 52285.  Hecopaamepuas ¢asa B (NH,),BeF, B npu-’

JIOXKCHHOM JICKTPHYCCKOM none.»Incomﬁmasc of |
(NH,)2BeF, in an applied electric field. Prelov-
sek P, Levstik A, Filipié& C. «Phys. Rev. B: Con- .
dens. Matter», 1983, 28, Ne 11, 6610—6612 (aurr.)

Ha o6pasuax (NH,);BeF, usmepena saBhcuMmocTh AH- -
SJIEKTPHY. CB-B KPUCTA/IA OT T-Pbl H 3JI. IOJS, BeJHUHHY
'K-pOoro BapblpoBaii B npefeaax no 90 kB-cu—L B orcyr-

" CTBHe T. nmoJs npu T-pe 182,3 K obnapy:xen ckayox JH- |

/[6 / #c{ JICKTPHY. TIPOHHIAEMOCTH, K-Phlii CBf3blBaeTcst ¢ ($a3oBbiyM. !

. TICPCXOJ0M H3 HOPMAaJIbHOIT B HecOpa3MepHYIO (1)a_3y. BKi0- |
YCHHE (BHEUIHCTO MOJISI COMPOBOXAACTCS HeJHHENHBIM cue- |

W , ' uIcHHeM T-pbl (asosoro nepexopa. Ilpu Bhicoxnx noJsx |
NPOHCXOMHT NOAABJEHHE HecopasMepHoil ¢aswl. I[loayyen- !

HLIC JIAHHLIC HHTEPNPETHPOBANBI B PaMKaX TeopHu. Jlanaay. |

Tpeackasano cymecrsoBanie na $a3opoit AHarpaMe Toy- .

_Kit Jlidunua nmpi Gosee BBHICOKHX, YeM JOCTHTHYTHle 3Ha- '

yeHHa 3. noas. OrmMeueno HCK-PO€ PACXOMIACHHE MCIKAY .

SKCMEPHM. H TEOp. JAAHHBIMH, K-poe OObsCHeHO BJHSHHEM
‘X /'gg y /g npuMeceil, a Takke npeHeGpPeKeHHeM BBICIIHMH YJICHAMH B |
. ] ~— )

‘Pa3n. ¢yskunHoHasa cBoGOAHOIT SHEPrHH IO MOMO U (BayK- |
N // TYauHsAMAL, ~ IL. H. Hpaukos .
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& (/

M/é/ , 109: 177751r Ther mod)nmmc properties of the alkaline curl\

metnl .l)drn‘udcs (MOI11). Lllemturc citations. Chase, M. :
(Chem. ‘Thermodyn. Div,, ’\!.ltl Jur, Stond., Gaithersburg, M
USA). Report 1987, Bb/lN 1243; Order No I’Bn8~]t‘.95m, 7'
pp (Exp).  Avail, NTIS. From Gov. I‘cp Announce. Index (1.
1988, &5(“), Abstr, No. 821,204, A biblieg. collection is prow!ui =
data which are necessary for the calen. of the thermochem, properti?
of the gascous alk. earth (mono)lndm\xdeq (MO11) and their et
ions (MCII*), where M = Be, Mg, Ca, Sr, and Ba. This is the fir! G
. . a serivs of articles that will document the information used in iw
//ZZ l l{)/{j[ﬂ crit. evaluation of the thermodn. properties for the JANAF The mmcll'
Tables.  T'he collection contains refs. which have been puh] b
througzh the end of 1985, with a limited no. of 1936 refs. l"‘f
bxhlm.\;ﬂ “are given, one for cach of the alk. carth inetals. In e

20 JoOR" ) fad
0 “ ‘// 2 07, /Zzzj ?%/7

P 1588 169 NZo b o F




nitliog., the refs. are listed chronol,; alphabetically by first author !
within each year. The names of the 10 species are given according to
the Chem, Abstrs. system of nomenclature (as of the Tenth
Collective Index).  The Chem._ Abstrs. Registry Nos. are nlso given
sor each of the species. A brief summary of the type of available
informetion is given. _
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CR. /796 /2% .~ 20,

/996

124: 270870y The 2X* state of HBeO, HMgO, and HCaO. Kong,
Jing; Boyd; Russell J. (Department Chemistry, Dalhousie University,
Halifax, NS Can. B3H 4J3). J. Chem. Phys. 1996, 104(11), 4055-60 .
(Eng). ‘The 25+ states of HBeO, HMgO, and HCaO have been studied at
the CASSCF level with a basis set of at least triple—zeta plus double .
polarization quality. The correlation treatment includes the nine valence '
electrons and ten orbitals resulting in an active space denoted by (622).
The optimized structures of HMO (M = Be, Mg, and Ca) are all linear
and the energy of HMO lies around 250 kJ/mol (2.6 eV) above that of
MOH. The M-0 bond length in.HMO is predicted to be longer than
that in the corresponding MOH by amts. ranging from 0.01 Ato0.05 A
The M-0 stretching frequencies are very similar for the two structures.
The H-M bond lengths and stretching frequencies in HMO are very
similar to the same properties in the corresponding diat. mol. Anal. of -
the electronic structures suggests that HBeO has two polarized covalent
bonds formed from the sp hybrids of Be; HMgO has one covalent bond
(between H 2nd Mg) and one ionic bond and can be viewed as (HMg)*0-,
HCa0 has two ionic bonds represented by H-Ca2-0-. .
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F: Be404HS8
P: 1
133:287216 Ab initio study of thermodynamic
stability and structure of cage molecules B4N4H8
and Be404HS8. Minyaev, R. M. Scientific Research
Institute of Physical and Organic Chemistry, Rostov
State University - Rostov-on-Don, Russia J.
Struct. Chem., 41(1), 1-10 (English) 2000 . Stable
mol. structures of heterocubane systems B4N4H8 (2)
and Be404H8 (3), isoelectronic to the cubane mol.,
are investigated by ab initio (RHF/6-31G**,
MP2 (full) /6-31G**, and ~ MP2(full) /6-311++4G**)
methods and are shown to be highly
thermodynamically stable. Decompn. of structure 2
into two 1,3,2,4-diazadiboroethidine mols. or four



lminoborane NBNH mols. is an endothermal process

taking 10.1 (RHF/6- 31G**), 39.6 (MP2(full)/6-

31G**)  kcal/mol and 140.6 (RHF/6-31G**), 161.4
' (MP2(full) /6-31G**)  kcal/mol, resp. Decompn. of.
structure 3 into two 1,3,2,4-dioxydiberyllothidine mols.
or four HBeOH mols. is also an endothermal reaction
taking 22.1 (RHF/6-31G**), 39.8 (MP2(full)/6-31G**).
kcal/mol and 127.1 (RHF/6-31G**), 155.2 (MP2(full)/6-'
31G**) kcal/mol, resp. The geometrical characteristics.
of the simple mols. BeH2, Be2, Be2H2, Be2H4, BeO, and
Be202 are calcd. S :



