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| 134197 "THE STANDARD HEATS OF FORMATION OF
| ' LITHIYM OXALATE, BERYLLIUM SULFATE, BERYL-
LIUM SULFATE DIHYDRATE, AND BERYLLIUM SULFATE

7 | |TETRAHYDRATE. Letson, Billy Ben. Thesis, Tuscaloosa,’
‘Leio . _|Ala., Univ. of Alabama, T986%. 77p. v
‘t The design and construction of »glags-Dewar-type solu-l

BCSO‘ | {tlon calorimeter are described. Thermistors in two oppo- [
U 5 site arms of a resistance bridge were employed to deter- |
mine temperature changes. Solution calorimetry was used | b
- [for determination of the standard heats of formation of {
C ;

|
i
!

lithium oxalate, beryllium sulfate, beryllium sulfate dihy-
. H drate, and beryllium sulfate tetrahydrate. The heat of
<+ 1 formation of L1,C,0, was calculated by combining the
v g heats of solution in dilute HCI of LiCl, H,C,0, with values [ =
from the literature for the heat of solution of hydrogen
BN e b N e chloride and the heats of formation of LiCl, H,C,0y, and
hydrogen chloride. With diamond as the standard state of
<=+ -~ I= == jcarbon the heat of formation of Li,C,0, is —328,300 + 580
ical/mole, and with graphite as the standard state of carbon
. N - the value i8 —327,400 + 580 cal/mole. The heat of forma-
”,fﬁ . /?5 g tion of BeSO, was calculated by combining the heats of
= ;8olution of Be metal and BeSO, in aqueous H,SO; with data |- p 1
lg ,7/8 ifrom the literature for the heat of formation of sulfuric -
] ‘actd. The heat of formation of BeSO, is —287,560 + 120 b

[«
i
i




.cal/mole. The heat of formation of BeSO, - 2H,0 was cal- |
.culated from the heats of solution in sulfuric acid of BeSO,,!
;H,0,7and BeSO; * 2H,0 and the heats of formation of BeSO,
and water. ‘The heat of formation of BeSO,+ 2H,0 is
i—435,260 = 130 cal/mole. The heat of formation of BeSO, -
4H,0 was calculated from the heats of solution in sulfuric
‘acid of BeSQ,, H,0, and BeSO,* 4H,0 and the heats of for-
mation of BeSO, and water. The heat of formation of
:BeSO, + 4H,0 18 —578,800 + 130 cal/mole. (Dissertation

‘Abs;r.) !
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V1750

0 19¢0
7y 71440. Hurepnperauus HK-cnekrpos CNeKTPoB KOM-,
“OMHaUHOHHOrO paccesinns (400—3600 ca—') MouOKpHCTAMIa
‘wa&%% B MOJSIPH3OBANHOM H3JYUYCHUIL.
Cadéne Michel Tnterprétation des spectres infrarou-—"""
ge et Raman polarisés (400—3600 cm-") du monocristal
d’acétate de lithium dihydraté. «<C. r. Acad. sci», 1970,—
270, Ne 2, B166—B169 (¢pani.) Y od ‘
C uenblo yCTaHOBJENHsS KPHCTAJIH4. CTPYKIVDBL JNTIIA-
aTta_a ta gutist (1)  nccnemoBanst  MK-cnekTpel
CeKTpbl KOMG. pac. MOHOKpicTajia I ‘B mospH30BaHHOM)
waayyenns., Ha ocHOBamiM ana’ii3a CNeKTPOB CcAeall Bhl-
pox, uto Kpucrann | mpunaanexur K NpOCTPAHCTBEHHOI ;
rpynne Cmmm(D2n'%), a ne x rpynne Cmmz. TlpuBenensl|
TaGaHLB! YACTOT H JaHO OTHECeHHe MOJIOC K THMAM CHMMeT-|

to— @




‘DUt 1 XapaKTepHCTHY. KoJeGanusn cenaeit it rpynn. Crex-
Tpasbiibie Aallible TOATBEPKIAIOT Caelyloulce pacrno.ose-,
inre nonon B I: auerar-HOMbL Jexar B nnockocty YOZ ¢,
‘csiabio C—C, nmapannensuoii OY; monbt Li pacnoozKensl;
‘wa ocit OZ. B xpiucranne 1 cyuecTsyior MOJICKYJbl BOJIBL
‘asyx tunos: (H20), cpszauubie BOJLOPOAIOI CBfA3bIO C aue-|
TATHBIMH HOHAMH, H (H20), cBasanibie BOAOPOAHOIl CBSI3bIO;
‘¢ AByMA MOJeEKyJaaMil (H,0) nepsoro THNA. bu6a. 7. |

M _ 9. B. BJ
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‘ 6 { Holm Torkil. The thermochemistry of alkyllithium |

‘ reagents. «J. Organometal. Chem.», 1974, 77, N 1,°27—..

30 (aura) 3 ) o

C mNOMOMIBI0 TNPOTOUHOTO KaJOPHMETpa H3MepeHa 3H- .

TaAblis  B3aHMOJENCTBHS - aJKIJIJIHTHEBHIX COeLHHeHHI i
RLi ¢ HBr (ra3), nportekaiomero no cxeme RLi (tB.-mam .

_ H i) : xuak.) +HBr (ras.) =Rh (xuax.) +LiBr (18.). Anxunmy-

A - THeBhle COeMHHenHst GpanHch B BHAC P-Pa HJIH CYCNEH3HH |
B NUSTHJOBOM HJM TNeTpoJefiHoM  sdupe;. SHTANBLIHHK |
-\ ~--1- p-peHus (nucrepripoBaHys) HCXOAHBIX B-B H TPOLYKTOB . __
p-LitH TIPHHMMAJICh PaBHBIMI 1pyT npyry. C ncnosnp3oBa-: -
b |- jeM JIHT. AQHHBIX PACCYHTAHLI CTAHA. SHTAJBMIH 006paso- _ _
" pauug_RLi npn T pabieic 17,9, —I3,2; —I3,8;.
| D96 —2I,0; —220; —1,4; 42; 1,4, 123 u 1,8 xxkan/
‘ Jmomb _ Ans R—CHs (): CoHs (ID); (CHy),CH (11D, ™
S — C.H, (1V); Brop-CiHy (V); 1per-CiHs. (VI); CsHs (VII);
| - CeHsCHz (‘“”SJ; n-CHaCeHy;  CeHs. (IX) un n-CICeHy .
...... ! coorn. Paccuntansl 3HEprHH csizel R—Li B aaxuaauti-

Pyl /5?;- 7| epmx coemuHemmsax, cocrasnsume 614; 47,5; 43,0; 48.2; 7
?[_,-__ /I ‘_.39,6; 35,5; 46,1; 43,3 u 62,9 kkan/Moib coors. mas I—IX.

/f/ﬁ | ) T M. Yyxypos |
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HCCJen0BaHHE ' NPOJJHOHATOB JIHTHA, uarglm H Kaaugd.
Cingolani ﬁ Spinolo G, Sanesi M. Solid

. state transitions in alkali alkanoates: diffractometric anc

conductometric measurements on lithium, sodium. and

-potassium propanoates. <«Z. Naturforsch.», 1979, A34,
. Ne 5, 575—578 (anru) e

' e

®a3oBHe npeBpalleHlst NMPONHOHATOB Li '(l), Na (II).

-1 K (III) sccnenoBaHE 'MeTOAaMH ~ H3MEPEHHS - 3JICKTPO-

NpPOBOAHOCTH P, pcHTrenodasosoro amamusa u JATA. Vera-

. HOBJIEHBI T-PHl NpeBpalleHlst B TB. COCTOSHHH aiast I 553+

(72

2 K, nna 11 4702+0,6 K u 4941 K, ans 111 258+
+92 K u 352,5+0,6 K. Us s3mepennit p BHuHCIena 3Hep-
‘THs1 aKTHBauuH TposoguMocTH pis | E=149+8 xpx/Mons

- (530—580 K) 1 E=61%8 xax/vonbp (480—530 K), nas
11

=118+10 kax/momp (494—5640 K) n E=123+

-8 kaxk/mMoap (470—494 K). Bmisocts E pns MH3Ko-

BHICOKOT-pHOIT Moaudukauun Il naxomurcst B COryacuu c.

- GMH30CTHIO NIApaMeTPOB KPHCT. peuwerkd 3THX ¢a3. Crpyk-

o

TYpHBIC HCCJENOBAHHA LieN. coJefi KapOGOHOBHX - KHCJOT
CBSI3aHB € BHISICHEHHEM BO3MOXHOCTH KOHGHrypau. Hame-
peunit B obmacrH, 6JH3KONl K T. TUL 3THX COJEeil.

ﬁ//ﬂ/ﬂgﬂg/@ ~_ Spe Aot JL A.ieammxng_

<




2b51080. HecraGuasusie ragonaanTHiiOPraHuyeckue co-
/ L// \ eaunenusi. Coobui. 7. Tepmonunamuqecxne pacuersi mexa-
v 57_ )Huama pacnana ranounnurunoprauuqecxux ‘coe/lMHenHtil.
®aycros B! HOevsauenko AT U, Hedpe—
Ao O. M. «Hss. AH CCCP.- Cep.. xum.», 197& Ne 10,

2183—2186 . -4
Ksanropoxumuyecknmn wmerogamu MUFIIAI/3 w MUTI-

OT1/2 paccuutanbl sHepriu paspuiza caﬂsefL_g_:z(_,(X_——r_E,..

Cl)_B_paauxaaax CH3X° . CHXy,. CX3 n 0-CgHsXC.

~—d

3HaueHHst, PacCYHTaAHHLIC HMH m—‘rupomow

R COTJIaCyIoTCsl Mexay coGou H € WMCIOWHMHCS SKCMEPHM.
,:‘;‘//' X naunpiMu. Haiigeno, uto mnpounders cssasn (IIC) C—X
. pe3ko ymedbuaercs (Ha 10—I15 kkan/voab) c BBeaeHueM
C LT B TaJOHAMETHJbHBIN paJHKaJ KaxKAOro JOMOJHHTEJIbHOro
fla¥>3 ;,/JL[( aroma X.'TloayuenHble 3HaueHHS HCMONb30OBAHLI JJIST OUEH-
KH SHeprii KapGeHHOro M apHHHOrO pacnaja raJoHIJHTHII-

&K/f’/ METaHOB M O-TaJOHAJHTHIIGeH30.70B cooTB. Ha ocuose

,, AQHHLIX MPOBEIENHLIX paHee HEIMMHpitd. PAacueros Mero-
/ﬁ'. :.ZL ”»// aom CCIT MO JIKAO necrabunusaumust csssw _C—Li
8 LiCH,F oaunm atomom F ouenena B 4 KKaJ/MOab.

/ ./éll = ot =
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TMonyuennsie sneprin MoHOMOMeK. pacnaga NOATBEPIKAAIOT
BO3MOKHOCTb 3TOTO TPOLECCA B YCJOBHSX SKCICPHMEHTA

AJ1s1 BCeX COCAHHEHHH, HCKJIouas MOHOTaJIOHAJIHTHIIMETaHBI, '

pacmaa K-pblX MO MOHOMOJEK. MeXaHH3My B  YCJOBHX
SKCNEPHMEHTA - HEBO3MOJKCH. ApTopedepat

N = - - ———.
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16 B10.  YnoGublit METOA moayuenns Ge3BOANBIX AUTHO-
KapGOKCHAATCB JANTHSA, Kaausd, pyGumrs u uc3ng. Ka E_O
Shinzi, Yamada Shunji,  Goto  Hideyuki,
Terashima Kiyomitsu, Mizuta Masateruy,
Katada Tomonori. A convenicnt preparation
method’ of anhydrous lithium, potassium, rubidium and

cesium dithiocarboxylates. «Z. Naturforsch», 1980, B35,".

Ne 4, 458—462 (aura.)

Bsaumozeiictsnem RCS,H ¢ LiH wan BuLi B p-pHTEaAX
nosaydyensl ¢ Boixoom 85—959% RCS,Li, raze R=Me (la),

-Et (16), Pr (Is), u3o-Pr (Ir), unkao-C¢Hy; (In), Ph (Ie),

4-MeCeHy (Ix), 4-MeOCgH, (I3), 4-CICsH, (Iu)..Ia, 16, -
Ir, le, Ik noayuenn p-uusmu c LiH, IB—In — p-musiMu ¢
BuLi; npu Baanmopeficteun RCS;H ¢ Li Bmxox RCS,Li
HH3KHIA. P-putensamu cayxar neunran, rekcaw, Et,0, CgHs, °

Thif u ux cMecn; npemnouTHTeNTbHAa CcMech rekcaHa C
Et;0 1:1. P-uusmn RCS,H ¢ KH B p-pureasx NOJTYYeHb
¢ BbixoxoMm 88—949 RCS.K, rae R=Me (lla), Et (1I6),
Pr (1Is), ‘wso-Pr (IIr), wikao-CeH,, (Iln), Ph (Ile),
4-MeCgH, (1Ix), 4-MeOCgH, -(l13), 4-CIC¢H, (1n);
p-unn RCS;H ¢ K paor RCS;K ¢ Hu3kuM  BBIXOZOM.

P-unami RCS;H ¢ RbOAc nau CsOAc B p-pHTensix chH- :

Te3ipoBansl RCS;Rb ¢ Buixogom 68—909 nan RCS,Cs
c BbixozoM 73—93%. Has RCS;Rb R=Me (Illa), Et
(1116), Pr _(I11s), Ph (Ilir), 4-MeCgH, (I11a), 4-MeOC,H,
(Ille), 4-CICH, (IlIx), 1-CyH; (Ill3); aas RCS,Cs

)

R=Me (IVa), Et (IV6), Pr (IVs), mso-Pr (IVr) Ph
' (IVm), 4-MeCgH, (IVe), 4-MeOCgH, (IVx), 4-CICeH,

(IV3) n 1-CyoH; (IVu). Bce cunTesnl BHIMOJHEHH B aT-

- Mocoepe Ar. RCS:K, RCS,Rb 1 RCS,Cs naassites ¢ paan.

Hu, 1lla—IlI3, IVa—IVi. AuTncimy. Bat. ko, CS;— Ha-

(H3MCHE’H’H€ uBeTa 0‘6p8311013 OT TeMHO-KPaCHOTO HJIH TEMHO-

OpaHXeBOro A0 KpacHoro), T. na. [la—Ilu 143—7, 120—

31, 70—85, 46—61, 200—13, 180—90, 175—85, 181—7, !

161—7; Illa—Ill3 '125—34, 170—80, 65—80, 157—63,
185—89, 172—7, 180—90, 190—5; la—IVu 10538,
120—30, 55—67, 135—42, 85—95, 202—6, 197—202,
195—200, 197—204°, coots. B TB. BHAe CHHTe3HPOBaHHbIE
COCIHHEHHS] YCTOHYHBHL H He NPETEPNeBalOT H3MCHEHHN B
Teuenue 6 mec. mpu Komu. T-pe. la—Iu BecbMa rurpocko-
MHYHBL H GLICTPO PacHJILIBAOTCA HA BO3AyXe, com Rb H
Cs ouenb Mano rurpockonHusl. CoeanHeHHs p-pHMbl B
NPOTOHHBIX p-PHTEJAX H TNMOYTH HEP-PHMBl B aNpPOTOHHBIX
HENoJIApHBIX p-pHTeasix, conn Li,. Rb 'u Cs ymepenno
p-puMul B Et,0 u Thf. IMoayuenn HK-cnekTpsl, cnekTpsl B
Y® u Buaumoii obnactax u cnektpm IIMP la—In, [la—




GnonaoTess B o6aacTy 900—1059 eM~1 npuyey norJo-!
Uieniist Beex coaeit ¢ anndaty. ocTaTkoM R pacnosoxenn:::
B GoJee HH3KOUAaCTOTHOIT 06MacTH MO cpaBrCHIO ¢ norao- '

+ IeHHAMH coJieli, B K-pbIX R—{IPOM&TH‘{. OCTaTOK. DJICKT--

PONILIC CIICKTPBI coeaHenIiT HMEOT Mo 2 uayn 3 MaKCHMYy- |
Ma B oGaacti 250—500 mp (nepexon w—n* Hike 350 Hu:
U n—>a* pume 350 1M). IurnokapGokeuaatst Na cii-
Te3npoBann panee («Z. Naturforsch.», 1978, B33, 976)..
: o ) _H. B. Huxurun

Ko
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a7: 158319 Caleulation ef molecules using Moating spherical

Gaussian functions. Il Lithium ion complexes of hydrogen,

carbon monoxide, nitrogen, oxvgen, and water. Borisov, Yu.

A Musaey, Dl G (Inst. Elementoor. Soedin., Mascow, USSR).

Zh. Strukt. Khim. 1982, 2304, 20-4  (Russ). The mol.

structure of Li* complexes with Hz, Ni Oz, CO, and H:0 were

: caled. by using FRGO basis sets For LiH.*, LiNae, and LiOy*,
//ZZ() m . both linear and triangular configurations were examd., the
‘ triancular being more stable. For 1.iCOr, the livear contizuration
favorable than that with Li-C d. In

with Li-O bond is mere

A ) Lil.O*, Li* is bonded to O and the complex has (-~ svimmetey.
//ﬂVW;/] The results are compared with those obtained by different calen.
mothods, By considering the inceease in bond length of the mol.
duriny complex formation as a dezree of activation, the order of

W/ﬂé//% increase of degree of activation is HO < H: < N2 < €O < 0.
& e
b)) LA
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96: 206369t Excess enthalpies and solvation bchavior of
the lithium bromide/methanol, zinc bromide/methanol, and
lithium bromide/zinc bromide/methanol systems. Christahl,
M.; Thoennissen, J. (Rheinisch-Westfael. Tech. Hochsch.,
Aachen, Fed. Rep. Ger.). Z. Naturforsch., A 1982, 37A(3),
224-31 (Ger). For the binary systems LiBr/MeOH and
ZnBrz/MeOH as well as for the ternary system LiBr/ZnBrz2/MeOH,
the integral heats of mixing are exptl. detd. The mixing of LiBr
and MeOH is more exothermic than for ZnBra. The excess
enthalpy is the largest for the ternary system. From the math.
approxn. of exptl. data the differential heats of soln. and of diln.
are obtained. In dil. solns., the salts are surrounded by a
strongly coordinated inner solvation sphere (coordination no. N
= 4) and a less coordinated outer solvation sphere (N = 6)
resulting in a total solvation no. of N =10.

® 214, - CHON

041982, 96 NLY.
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/98: 133172¢ Ethanol-lithium ifodide absorption refrigeratiz;
machine - measurements of physical and thermal properties,
Iyoki, Shigeki; Koshiyama, Hideki; Uemura, Tedashi (Fac. Eng,
Kansai Univ., Suita, Japan 564). Reito . 1982, -.57(662), 1183~
(Japan). To exwuine the performance characteristics of the ahsorption
refrigerating ma: hine using EtOH as refrigerant and Lil as absorbeat,”
the phys. (vapor pressure and soly.) and the thermal (sp. heat and
integral heat of mixing) properties were measured at various temps.
. and concns. ‘The vapor Kresnures of the EtOH-Lil solns. were
) / measured at 303.46-45.53 K and 5.32-49.30 wt.%. The sp. heats
were measured .at 288.15-338.15 K and 8.12-55:.72 wt.%. The
gnthalpy-concit, chart was constructed. O . K. Yamaguchi

c.A- 1433 95, n/E®
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97: 28896y Vapor pressure mecasurements and derivation
of a vapor pressure equation for the binary system lithium
bromide-methanol with a wide range of validity. Knoche,
K. F.; Giazitzoglou, Z.; Belherazem, A. (Rhein.-Westfael. Tech.
Hochsch., D-5100 Aachen, Fed. Rep. Ger.). Waerme- Stoffuebertrag.
1952, 16(2), 79-82 (Ger). The vapor pressure was detd. for the
LiBr-MeOH system at <220° for LiBr concns. 0-55 wt.% under
pressures <35 bar. The data were fitted to the Antoine
vapor-pressure equation. .
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Teopernueckoe usyuemne mosekyan CH,FLI.
}Crmﬂypa H_3HEpPruu_crabujbHbiX KOHdMrypauuit M mnpo-
MmexyTounbix cocrosnuit, Theoretical study of the carbe-
noid CH,FLi: Structures and energies of the stable con-
figurations and transition states. Luke Brian T,
Pople John A, Schleyer Paul von Ragug,
Clark Timothy. «Chem. Phys. Lett», 1983, 102,
Ne 2—3, 148—154 (aura.)

HccnegoBan Bonpoc 0 BO3MOXKHOCTH CYLIECTBOBAHHSI MO-
qaekyan CHoFLi B Bo3Gy:menublx coctostmuax 2 un 3.
C yueToM 3/MCKTPOHHBIX KODpeJsALM{l PacCuHTaHLl MOBEpX-
A)[/ _HOCTH TNOTCHIUHAJBHOII SHEPTHH  CHHIJIETHBIX - COCTOSHHMIL.

/

OGHnapyskeHbl JOKaJbHBIE MHHHMYMBl Y STHX NOBepXoCTel,
OTBEUAIOUIHC COCTOSIHHSIM 2 H 3 H HAXOASLIHECS COOTBCTCT-
BeHHo Ha 23,6 n 21,5 KKaJ/MOJb BHILE OCHOBHOTO COCTOSI-
nns 1. duepretny. Gapbepsl Ajas KoHBepcHii 2—1 u 3—-1
coctaBasioT, Bcero 1,6 1 5,7 KKaJn/MOJb, TaK YTO 3KCIECDHM.

ch./98Y, /8, NS



ofHapy:KeHite MOJEKYJIB B COCTOSHHAX 2 u 3 Kpaiinc 3a-
Tpyannteaniio. OcuoBuoe cocrosnne CHLFLi sizasierca
ycroitunsbiM.  Jlaa pacmama—wa_CIl, i LiF_tpeGyercst

49,3 BEag/vons, B 1o e Bpemsa peakuna 2CHLFLI(1)—
—CoH:+21iE . mger ¢ BujedenmneM  3WEprmi

(98,0 kxa.a/Moab). S E. Auapees
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* 7B1 . 'anyqeﬂne, XHMHS W CTPYKTypa HeHachluleH-

‘HBIX JHTHHOPraHHYecKHX coemuHeHnii. Zu Synthese, Che-
mie und Sfrukfur ungesattigter Lithiumorganischer Ver-
bindungen. Neugebauer Wolfgang. Diss. Dok-
torgrad. Naturwiss. Fak. Friedrich-Alexander-Univ. Erlan-
gen-Niirnberg, 1983. 1V, i176 S., ill. (nem.) g

Cuntesnpobannl H uayuenn SIMP ¥3C-cnexTpockomHuecky
ammaanthi-[1-D] n amnennsumtaii. Ilposeneno JIHTHPO-
BanHe 2,2,8,8-teTpaMeri-3,6-HOHAAHNHA, NOMYYEHH MOHO-
H JHJIHTHEBOEe COeJHHEHHS, H3YYeHH HX CB-Ba. BHmosuen
PCTA 5,5-111111u"m0-2,2,8,8-'re'rpaMe"m.u-3,6-nouay,nmmouo-I
s¢upara, 2,2’-Guc[(TeTpaMeTHIITHICHANAMHH)IHTHIT] KHde-
‘HHAa, 3,6-au (muTHO-ThI) 2,2,7,7-retpameTH-3,4,5-0KTaTpHe-
Ha. OcylecTB/eHO perHHocnenH(HY. AHIHTHPOBAaHHEe JH-
¢ennna. BunosneHo noanautHpoBanHe Hagrannna ()
(nyrem B3aumopeiicTBust I wmmm  l-anTHoHadTanMHa ¢
H-BuLi), antpauena (II) -(nyrem B3aumopeiictBus Il uau
9-nuTtHOauTpanesa ¢ H-BuLi), unmena, ¢ayopena u 1-me-
THaHadTannna. Maydyeno npucoeanHenne JHTHR K 2,2,7,7-

S, 19
._X = / g 5 v.)/ j TeTpameTia-3,5-okramunny (L) u 3,6-Guc(TpHMETHICHIN)-
Y -

w L.

2,2,7,7-rerpameTHa-3,4,5-0KTaTpHEHY, BOCCTaHOBHTeJIbHOE
: .. JI. TI. Ulxxaosep,

cusmuanpoBanne L, © -



Galleool  [on- 77000 | 43

Chbs (D
Jistot P, Wkl

il ]ZM/M%MZ ﬂﬁ%/ /?_”03/
g i3, s




L "'//m’ 1973F | 197

/4; Mof > ——
b Clyy.  Jprden £9,
7 A s,

//LW =~
//&W//f ;;//y//wﬁ ﬁ—



1100; 127556z Calculation of phase diagrams and thermodynamic

properties of 14 additive and reciprocal ternary systems

containing lithium carbonate, sodium carbonate, potassium

carbonate, lithium sulfate, sodium sulfate, potassium sulfate,

lithium hydroxide, sodium hydroxide, and potassium hydroxide.

Pelton, A. D.; Bale, C. W.; Lin, P. L. (Ec. Polytech., Montreal, PQ

Can. H3C 3A7). Can. J. Chem. 1984, 62(3), 457-74 (Eng).

) Phase diagrams and thermodn. Fropertics of 5 additive molten salt
. ternary systems and 9 reciprocal molten salt ternary systems contg.
A (ﬂ{ the ions Li+, Na+, K+/CO32, SO4-, OH- were calcd. from the

! yz / thermodn. properties of their binary subsystems which were obtained
previously gy a crit. assessment of the thermodn. data and the phase
diagrams in these binary systems. Thermodn. properties of ternary

liq. phases were estd. from the binary properties gy the conformal

ionic soln. theory. The ternary phase diagrams were then calcd. from

these thermodn. properties by computer programs designed for the

purpose. A ternary phase diagram generally can be calcct in this way

with a max. error about twice that of the max. error in the binary

phase diagrams upon which the calcns. are based. If, in addn., some
M reliable ternary phase diagram measurements are available, these can

@;A'/g/g% LQ_Q/N/é

b 7[@“2 | /98Y



be used to obtain small ternary correction terms. In this way,
‘ternary phase diagram measurements can be smoothed ard the
isotherms drawn in a thermodynamically correct way. The thermodn.,
approach permits exptl. data to be assessed critically in the light of
thermodn, principles and accepted soln. models. A crit. assessment
of error limits on all the caled. ternary diagrams is made, and
suggestions as to which compn. regions merit further exptl, study are
given, -~ ) o . LT

¢
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Z;Z— fp ] 7B2091. Onpegenenne ab initio CTPYKTYpPHI LiCF,SO, no
j } TIOPOLIKOBLIM  PEHTTEHOTPA(HYECKMM AAHHBIM € NOMOULbIO

e

XJ99y v Y

MAKCHMMH3AUMM DHTPONMM M OLECHKM BEpPOATHOCTH. Ab initio,
structure determination of LiCF;SO; from X-ray powder diff-'
raction data using entropy maximization and likelihood ran-
king /Tremayne M., Lightfoot P., Mehta M. A., Bruce P. (e
Harris K. D. M., Shanki K., Gilmore C. 1], Bricogne G.
//). Solid State Chem. .—1992 .—100 Ne 1 .—C. 191 —19¢
.— AHnrn. Lo

Mposepenbl cuHTes u. nonvoe onpegenexue CTPYKTYpbI
’LiICF3SO; (1) no NOPOLUKOBbIM  PEHTreHOrpacHy. [aHHbIM
(ACuKay, 7,5—80° 20, 3624 7toukm, 309 pednekcos, R.,
7,6%) u ytounenue MHK no komBuup. MaCcCHBY PEHTreHo-
rpacuy. W HeHTpoHorpacuu. (Bpems-nponerHbiii ‘mMeroa, Au-
anason 0,65—3 A, 2842 toukw, 2014 pedpnekcos, Rup 7,1%):
AaHHbix. Pacwudposka nposoaunack nNPSMbIMKM  METORAMM'
€ NOMOWLIO MAKCUMM3ALMM IHTPOMMM M OLEHKM BEPOATHOCTH,
AR3AOWMMHK  BO3MOXHOCTb NPAaBUNbHO Pa3fenaTbh MHTEHCHB-
HOCTM NepeKpbIBAlOWMXCS pecnekcoB B COOTBETCTBUM CO
CTPYyKTYpoi. [Mapametpbi oHokn. pewetku @ a 10,2432,
b 50591, ¢ 9,5592 A, B 90,319°, o. rp. P2,/c. Paccrosuus.
S—O 1,420—1,443, S—-C 1,877, C—F 1,251 —1,354 A. ATom:

Li Haxoputcs 8 TeTpasape (l».iva-1,§2_—'-_2,02 'A). N. A. Bytman,
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/. S L | 124:186124a Structures of Alkali Metal Pseudohalides: LiOCP,
< NaOCP, LiSCP, NaSCP. Veszpremi, Tamas; Pasinszki, Tibor;
MiKIos (Department of Inorganic Chemistry, Technical University of |
Budapest, H—1521 Budapest, Hung.). Inorg. Chem. 1996, 35(7), 2132-5
(Eng). The equil. geometries of LiOCP, NaOCP, LiSCP, and NaSCP
were calcd. at the MP2 and QCISD/6-311G* levels of theory. All four
have z—type cyclic conformers. In case of the former two, this form is
the most stable isomer, whereas in LiSCP and NaSCP, no other conforma- |
tions but the cyclic exist. Vibrational frequencies and ionization ener-
gies were calcd. to facilitate vapor phase identification. Semiempirical
quantum chem. and mol. mechanics simulations were also undertaken
to study their behavior in solns.; they are expected to dissoc., and the
‘ resulting pseudohalide anions are linear. Thus, the existence of the
a-= comple*c cannot be demonstrated in soln.

® ; e, :/ lastf
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130: 1476452 Magnetic susceptibility, heat capacity, and optical
conductivity of LiPc and LiPcl. “Dumm, M.; Dressel, M.; Nicklas,
M.; Lunkenhcimer, P.; Loidl, A Weiden, M.; Stegiich, F.; Assmann,
B.; Homborg, H.; Fulde, P. (Institut fur Physik, Elcktronische Korre-
lationen und Magnetisimnus, Experimentalphysik V, Universitat Augs-
burg, 86135 Augsburg, Germany). Eur. Phys. J. B 1998, 6(3), 317-322
(Eng). Springer—Verlag. The magnetic susceptibility, using d.c. and
ESR methods, the sp. heat, and the IR properties of the 1-dimensional
mol. semiconductors lithium phthalocyanine (LiPc) and the iodinated
compd. LiPcl were studied for temps. 1.5 K < T < 300 K. LiPc has a
half—filled conduction band and is expected to be an org. metal. However,
due to the strong Coulomb repulsion the system is a 1-dimensional
Mott—Hubbard insulator with a Hubbard gap of 0.75 eV_as inferred

/

A 4999, 430, M1




from optical measurements. The localized electrons along the mol. stacks
! behave like a S = 1/2 antiferromagnetic spin chain. The spin susceptibil-
" ity, as detd. by ESR expts., and the magnetic contribution to the heat
* capacity show a Bonner—Fisher type of behavior with an exchange const.
tJ = 40 K. LiPcl is an intrinsic narrow-gap semiconductor with an
_optical gap of 0.43 eV. In ESR expts, it is silent, indicating that all the

unpaired electrons were removed from the macrocycle via doping with
" jodine. e

\‘
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