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10 J{110.  Mouaexyasipubie noctosiuibie i TEePMOAHHAMH=- Vs
yeckie (YHKLHH HEKOTOPLIX JIHHCIHHBIX CHMMCTPHYHBIX MO- /40
nekyn. Nagarajan G. Molecular constants and ther-
-modynamic _functions of some linear symmetrical mole-:
‘cules. «Acta phys. austriaca», - 1966, 21, Ne 4, 355—365.
(aur.1.) : \ v v ; ‘f
. TlpoBenen aHamu3 kone6aTeabnoit CTPYKTYPHI JiHeilHbiX! [,
TPEeXaTOMHBEX " MOJICKYJ Cy, Sis, Geg 1t Xelo. Monexyasipube; | ~
KOHCTAHTLI 3THX MOJICKYJ H3BECTHbI 113 pacueTon anekTpon-A | M3
‘HLIX  BOMM. (-l a TaKke N3 CNEKTPAJBHBIX namisx., |~
'Psin KoncGaTeNbHBIX XapaKTePHCTHK MOJEKYJ (cpenue-. | '
‘ KBaApaTHY. AMIJINTYAbl KoJIeGatiil CBSAI3aHHBIX 1 Hemocpen-,
' CTBEHHO He CBSI3aHHBIX ATOMOB) pacCyuTaH Js T-p 0,298 |~
't 500° K. ILas Tex ke CaMBIX T-p paccuitTaliibl BeJHYIHbL, | TR
' yKopoueHIis cBsi3ell; 06yC/IOBJICHHOTO HaJuieM nedopmall.. <
“koacGamnit (3pdext ykopouemus Bacruancena—MopHio0)., (S
Tl 4 H3yuCHHUBIX MOJCKYHT 1a ocHOBalHH  NOAYYEHHDbIX {
JAHHBIX DBLIMHCAEHB  CTaHAapTHLIE TE MOZHHAMHY. (-ILHIL, :

npH 3TOM MOJeKy.1a MOJIeNpOBaNach KOJCOMIOLITMCA  po-; ™,
_TATODOM. .. oo . B._Buixosckuir ;

. ‘ - g ' ’ - ’
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o s ' 1966
Third-law entropy of Cs. A. G. Robiet

t b .
(Univ. of California, Berksley). 7. Chems: Bhas-ad(r} 30005 —
(1966)(Eng).

The third-law entropy of C; was caled. using the
more recently observed bending frequency of ~60 cm.=! in-

stead of the previously assumed value of 550 cm.1

3 This de- -
tailed calen. takes into account the considerable quartic anhar-
monicity of the bending vibration.

The total eptr, icted
is Suw° = 82.1 e.u., which differs from pressure measurements by
“57or 6 e.u.” This discrepancy is much larger than the expected
fexpt]. errors. R. M. Rutledge

PR (966 6Y. /3
/8574 - | 185 20a. @




Robiette A. G, Strauss H.L. Third-law entropy of’

3 Cs. «J. Chem. Phys>,"1966, 44, Ne 7, 2826—2827 (aur..)
ITposexnennslit panee (P)KXum, 1960, Ne 16, 64229) pacyer-
TepMOAHHAMNY. (YHKUMIT yrJepoJa B nmapax MpH HCMNOJb30- .
oy BaHHH yacToThl H3rHGaIOmIX Konebanuit =550 cx~! npusea
mfww K COIJIaCOBAHHIO PAaCCYHTAHHOI MO 3-My 3aKOHY BeJHUHHBL
¢ sutponuu S aast C; ¢ sKkcnepHM. XaHHbIMH. HoBoe sxcnepu.!
onpenesente, =060 cs~! MPHBOAHT K GOJBIIOMY PacXoxie-.
HHIO TEPMOAHHAMNY. (YHKIHIT, BHIYHCICHHBIX H3 CMNEKTPOCKO-.
THY. JaHHBLIX, C SKCHepHMEeHTa bHBIMI. B paGoTe npusencHsr
pe3yabTaThl yTouHeHHoro pacuera S(C;) npu 2400°K c yue-:
TOM aHrapMOHHYHOCTH KoJeGaHHil; MoJyueHo no 3-My 3aKOHY:
S%.00=82,1 3HTp. el., uTO Ha 5—06 3HTP. eX. BhllUIE BeJHYHH'.
S%400, HallZEHHBIX H3 H3MepeHHs .p MerToloM KuyiceHa!
(P>KXnum, 1957, 17, 56 780) H 13 Macc-CIEKTPOMETPHY. H3Me--
penuit (P)KXunm, 1960, Ne 17, 68 350). Yuer aHrapMOHHYHO-
cTH KosieGaHuii cOMINKaeT SKCMepHM. I pacCyHTaHHble BeJH-.
‘yuHbl S%qp Ha ~3,5 3HTP. en. B. Konecos.

c 7 b658.  urponus (s HaligenHas no TpeTbeMy 3aKoHY. ,964

o :

X 1967. 9 ey )
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26476t Thermodynamics of C;. II. Geueral methods for,
‘nonrigid molecules at high temperature. Herbert L. Strauss
.and _Everett Thiele (Univ. of California, Berkeley). J. Chem.|
‘Phys. 46(7), 2473-80(1967)(Eng); cf. CA 64:.18519g. A’class-;
ical expression is developed for the partition function of the coup-!
led bending and rotational degrees of freedom of a linecar triat.!
mol. The wusual  rigid-rotator _harmonic-oscillator partitioni
function can be derived as an approxn. to this result. Anal.: .
approxns. to both the bending-rotator and the rigid-rotator parti-, -
- tion functions for a mol. with a quadratic-quartic potential are/ .
‘considered and the accuracy of these approxns. is assessed by :
‘numerical calens. Values for the thermodynamic functions for ;
* {Cs_are caled. by using the best available spectroscopic data. i,

Cﬁ-i-/f/‘g;.;'é__j.g L 2 -



'For the bending and rotational degrees of freedom, quantum'
correctlons are negligible at temps. above a few hundred degrees:
‘while anharmonicity and vibration-rotation coupling are, quite’
'important. For example, at 2400°K., a quartic term in the,
,potentml of Cs lowers the caled. value of S by 2.8 entropy units:
[(e.u.), and the vibration-rotation coupling lowers it by another 1. 1[
;e.u. to a computed value of 81.4 cu.” A drastic steepening of the,
‘potentml nges a lower limit, more or less consistent with the!
_ispectroscopic data, of 79.8 e.u. The best exptl. values for.
S°24ou are 76 or 77 e.. . RCJQ
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Peargoin. W E. | 7

~ can be caled. as functions of abs.k temp. T.

103942f New. fh&fnmdynaniic functions for the Ca

. -molecule. - Pearson, W, E.; Davy, W. C. (Ames Res. Cent.,

NASA, MolTett Tield, - Calif.). AIAA J. 1973, 11(8), 1207-8
(Eng). The values of the thermodn. functions Cn/R. S/R, H/RT'
and G/RT (Cp i5 heat capacity, S entropy, H total entha v
Gibbs Tree energy, R gas const.) were calcd. Tor Ca 12075-35-3}
mol.in gas phase by using a square-welT potential and statistical
mech. methods. Formulas are given by which these quantitics

‘k\'
3
N\
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" 102: 138681d Application of the Bogolyubov inequality to the
calculation of thermodynamic functions of molecules with
- low~frequency anharmonic deformation oscillations, Demin, S,
N.; Zaitsev, A. A, (Ivanov. Khim.~Tekhnol. Inst., Ivanovo, USSR).
Izv. Vyssh, Uchebn. Zaved., Khim. Khim. Tekhnol. 1985, 28(1),
117-19 (Russ). The Bogolyubov inequality was used to calc. the
entropies of Ca mol. at 400-5000 K. The caled. values are compared

¢ ] . to the literature data.
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' 13 B3010. TMpumenenne HepasenctBa . BoroaoGosa K
pacueTy TEDMOJHHAMHYECKHX (YHKIH# MOJCKYJ C HH3KO- -
qacrormouuqecxumu nedopmaltHOHHBIMH  KOJTe-
Ganusimu, Jemun C. H., 3aiines A. A. «H3s. By30B.
Xumus ®. XHM. TexHonr», 1985, 28, Ne 1, 117—119

[Ipennoxen Bapuall., METOJ pacyeTa TEPMOIHHAMHY.
dyHKUHIT, OCHOBAHHBI Ha HCNOJb30BAHMH  HEPABCHCTBA
Boroaio6osa. TIpoBOAHTCS CpaBHeHHE PACCYHTAHHOI 3HTPO-
muK aas Mosekyan Cz ¢ JHT. AQHHBIMH. Pesiome

i

. 1985, 19, w13



