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calculated values in 1000K.
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Table 1 Jon Estropies at 1000K (], deg mol)~

B¥ Hi (i B¥ R fi BT Wi
ion S ion S ion S
Ag® 144,094 Mgt 137,394 *THVY 214,293
* A1 134,799 Mnt 165,475 *Te't 292,929
Ba** 177,766 s Mndt 202,939 *Thi* 180,553
Be? 120,515 Na* 114,782 *Th* 214,695
B 239,166 *¥Nb* 166,818 Th'r 250,857
Ca®* 151.936 *Nb'' 239,708 it 135,058
Cd** 167,191 Nt 304,676 Tivt 197,360
Ce®* 206,693 Nd** 213,594 *#Titt 220,771
Co* 160,122 Ni* 152,821 TI* 156,523
#Co’* 192,623 Np** 230,397 %*T1%¢ 193,728
Crtt 161.926 Pb* 201.851 AN 218.549
Crdt 178,867 pd:* 158,381 U 263.728
Cs* 148,237 Pr3* 212,104 *UsH 318.981
Cu* 129,061 #*prit 199,403 AN 371,143
*Cytt 147,471 Pu®* 221,751 v 145,738
* Dyt 206,990 *Pu't 287,857 V! 179,336
*Er?* 205,492 * Pyt 354,716 Vet 253,933
*Eytt 187,542 Rb* 136,858 Y 198,269
Fe*? 173,895 RESY 202,165 *Yh- ¢ 190.899
*Fe’t 192,795 * Ra’* 198,038 - ®YHM 199,047
Gd*! 206,115 Skt 212,983 Znt 136,297
*Get 290,636 Sct 180, 101 Zrt 159,566
LI 183,236 *#Set 167,810 Zr3* 191,334
o 243,567 Sit 234,167 Zrt! 226,184
Hg-* 184,501 *Sm?t 187,166
In* 148,948 *Smt 210,937
®Ird' 159.88¢4 Sntt 193,619 F 7.562
K* 127,609 Srtt 172.920 C1 22,939
La*t 203.851 ®Tg>* 210,26: By 36,870
Lt 101,511 Ta®* 293.996 I 16,721

SR 4 th

* T EE PN L SR — A R 0. BRI B T
BRI TR P R G TR TR Ry, R BT
% There is only one experimental value in halides conlained this ¢ation
component, As the value equals to the difference between the experimienta’
halide entropy and the corresponding anion entropy obtained by optimization

method, so it is for reference only.
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Table 2 Comparison of RMS and murimum Error 1n J/deg mote of Two
Calculated Methods
BE ft i'_fT‘ll’i"-'g eI LY " PA R B Liprs XY e oY
. No.of RMS Maxg No.ofl RAIS Max, D)
aniton . compd, error error conlpd. error errour
F- 44 9,282 29.626 50 6.109 13,448
ci1 60 10,023 33.378 68 5.231 12,920
Br- 52 12,207 33,169 57 5.217 15,035
rr 51 9.014 28.052 54 5.518 19,850
Bilcarn 207 10,270 35,378 229 5.905 14.830
l)mﬁf@;ﬁu . (;b'sgiute value)
250 &2 Ll MgBr: %), SRRIRETR
3 P4 15 5093 101
e Dighoen oo S
_é,ﬂ 200 AR, vee e A
E FFig. 2 Comparison between experi-
' mental values and calculated
150 values of MgBre at different
temperatures,
solid line~——experimental v s
100 ~ dotted line——calculated value

$ % X R

[1] b, E5I Judd, § (D, 88, (1980) o

{1] Latimer, WM., J. Am, Chem. Soc., 73 (4), 1480, (1951).

[3] J.A. Sommens & E, I, Westrum, J. Chem, Thermodynamics, 8 (12),
1115, (1976),

(4] Sommens J.A., & Westrum, E.¥,, J.Chem, Thermodynamics, 9 (1),
1, (1977).

[51 Weast, R,C., CRC Handbook of Chemistry and Physics 59th Edi-
tion, CRC Press, lnc,, (1978), P. D—61.

(6] Kubaszhe Wski O,, Alcock C.,B,, Mctallurgical Thermothemistry,
5th edition Cox & Myman Ltd,, (1979,



TEHL b EEAR R A (e i et 3 DUR 143

PREDICTION OF HIGH TEMPERATURE ENTROPY OF
HALIDE FOR INORGANIC TAERMODYNAMIC
CHEMISTRY DATABASE

Zhu Jianzhong Xu IHua Zhang Weiming cheniNiany
(Shanghai Institute of Metallurgy, Academia Sinica)
Wang Leshan Xu Zh hong
(Institute of Chemical Engineering and Metallm gy, Academia Sinica)
Chen Bing

(Xian Metallurgy and Aichitectur College)

A method for the estimation of high temperature entropy of halides has
been established,The values of the entropy of 18 compounds at different tem-
peratures have been predicted by this method. The root mean square errors
of them are all less than 20 J/degemole which is comparable with the expe-

rimental error of the standard entropy determination of some halides,

Keywords halide entropy database



