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n' =38, r=0.9881, F =1481, S=48. 87

-AHS =127.82+316.88 'H (19)
n' =38, r=0.9813, F =935, S=61.09
-AH? = -34.36+222.82°H+5.26 'H (20)
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Table 1 Correlativity between AHS and ° H, ' H of Transitional Element Halides

~AHS/ (k] * mol™')

0 1
No MXs W h d H exp. cal. 1 cal. 2
1 CoBr.  0.13859  0.13859 1. 117 0.2772 232 216 223
2 Col» 0.07229 0. 05805 0. 751 0. 1296 102 133 145
3 Hg:l.  0.03241  0.04156 0. 768 0.0734 121 137 86
4 NiF: 0.50912  1.53020 3.188 1. 7653 667 689 747
5 NiCl.  0.18565  0.26457 1. 460 0. 4432 316 295 422
6 NiBr  0.13099 0.13099 1. 086 0.2620 227 209 233
7 CuBr.  0.13350 0.13350 1. 096 0. 2670 141 212 241
8 IrCl. 0.06856 0. 15605 1. 052 0. 2069 179 202 277
9 FeCl:  0.21018  0.29952 1. 553 0.5018 341 316 402
10 FeCls  0.25741  0.36683 1.719 0. 9219 405 354 697
11 Znl; 0.12120 0.09733 0.972 0.2172 209 183 170
12 VCL 0.27814  0.39637 1. 787 0. 6641 452 369 362
13 VCls 0.34065 0.48545 2.674 1. 2200 573 571 648
14 ZnCh  0.27091  0.38608 1. 763 0. 6468 416 364 438
15 ZrCls 0.45187  0.80193 4,254 2.4079 962 932 809
16 Hg:Cl.  0.10010 0. 15605 1. 423 0. 2500 265 286 353
17 HgCl. 0. 10010 0. 15605 1. 106 0. 2500 230 214 294
18 AgCl  0.10207 0.18114 0. 745 0. 1360 127 132 51
19 CrCl.  0.26734  0.38098 1. 752 0. 6383 396 361 377
20 CrCls  0.32742 0. 46660 2.621 1.1726 563 559 667
21 CoF 0.52398 1.57488 3.234 1.8168 665 699 738
22 CoCl:  0.19467 0.27742 1. 495 0. 4648 326 303 412
23 CuF:  0.51405 1. 54502 3.203 1.7824 531 692 756
24 CuCl  0.13338 0.19008 0. 801 0. 1592 135 144 110
25 FeBr.  0.15172  0.15172 1. 169 0. 3034 251 228 213
26 Hg:Br: 0.06856  0.10950 1. 185 0.1733 207 232 164
27 HgBr.  0.06856  0.10950 0.924 0.1733 170 172 105
28 AgF 0.28352 1.06121 1. 563 0. 5485 203 318 213
29 Mnl 0.14639 0. 11755 1. 068 0. 2624 248 205 123
30 AgBr  0.07157 0.08913 0. 566 0. 0799 99.5 9 -41
31 Agl 0.03595  0.03595 0.379 0. 0360 62. 4 48 -83
32 UF. 0.54297  3.41406 8.128 5. 4461 1850 1815 1402
33 Hglz 0.03241  0.04156 0. 588 0.0734 105 96 26
34 CuBr  0.09440  0.09440 0.615 0. 0944 105 102
35 CuCl:  0.25151 0.26882 1.538 0. 5200 206 312
36 CdF:  0.50034 1.87275 3.444 1. 9360 690 747
37 CdCl:  0.20617 0. 36590 1. 664 0. 5493 389 341
38 CdBr.  0.15389  0.19164 1. 268 0. 3435 314 251
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3.1 "HXYTNYH FERRFNEMEFENE
HFTHY 5T F & R T MM E U KET 8 SRS, Pauling R AKSEEES&
s, HR O HER VE(—RBERRE, &1 v EHWK ~H, X REHENL T, K EE
BHAHE, M ENSFZANEWERAFRBHRSES, 2ARFHGEHEREYE. F
338 M LALST T CH R BUGI R ERELIE. B 'HFE3XMNRIF, XRENENHEH
Hg-Hg &, HWEH A =02, BILEL: ARRM "HHIT, XERIENETH
V=0,
3.2 "H'HEESTHWMREER SN EERR
EEENYREERANEIEREAREBEFA¥ENEFEE K. AETHRXR
BEFHARYARFMST, HAHS FE B RIBEEE, I CrCL 5 CrCL, ZERBBMHFABELT,
AH? T ERE¥ BB THEAB(DIRE, DX, 7 - AH? 8K, 0 AgF . AgCl, AgBr.
Agl 1 Ag-X B Ay EARKIEW, H D LR Z 380 AR - AHS HZEHTH/N . LI ERMFEER
T ViCH HHHEAE, M H HS - AH? REEMEB A LR, EREEE () HFRREK
KGR T , 45 ST AR K HEER AR F RS %%), Xt F No. 1 ~No. 33 it L E K kY, X (15)%
HHAEEE SRR ENTYIRE RE 31,06, iH3CHL ¢ &L 86, R4 H 2.8, AKX
(15) %% % 5 E T No. 34 ~ No. 38 #ATHIM , HHMR 2N 55. 4, X LLEER XA H a4
HiRE 1184 BB FHROS) AR L EYE, THTHETE XYL RSB,
BEINNEZEIEEN 0 TR MR FRE. | BB E -7 &84T E XY RE
et F R O, FEXMRE—HRMERBE - BRABRKREMN. Flnd 0 33 ey
-AHS 59X 'X'HIELFTBN:
- AHS = -58.63 +151.17°X’, r=0.9014 (21)
- AHS =116.81 +195.56 ' X', r=0.6091 (22)
FEN r H2 0.2923 . AT, H. H 5 - AHS B X HERE/N /DT 0.01. X (12) 5K
(13) 9 Ar=0.0036, XEEBENHE V. P8 Ax,. Am CHE SR E R THEREE, SFHA
YH A BB ArR/ADNSH H ST VL, B2 IR FRIM WG M, BERR R MME RS T
CEHRE , 2T R B THEWER . XMRAICH H. H M BT AR %,
'Y WIRE,
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-AHS = a+ H(E 'H) (23)
-AHS =a' + b°H+ b’ H (24)
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B o' #0, AXEITHERZIXE—MEE. r R RBK,H o 5 o' MAEXER/NBERT
2. (16) . (15) (A7) Y r 3 RIKKIB K, o B o' B4 ER KB/ (13).(12) . (14)
R K(19) .(18) . (20) L ZBPE X B . ML AR HIS  ERTLHRZE TR REFAT. S r
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The Connectivity Topological Research on Standard Enthalpy of
Formation for Transition Element Halide

FENG Chang-Jun
( Department of Chemistry, Xuzhou Education College, Xuzhou 221006)

On the basis of adjacency matric and valence environment values( Vi) of bonding atoms, two
new connectivity indices (° H and ' H) have been developed for research on the standard enthalpies of
formation for 33 transitional element halides in this paper. Their linear regression equations are set

up by the least square method:
- AH? = -38.39+228.08 °H, r=0.9903

- AH? =127.45+318.50 'H, r=0.9840
Compared with other indices, the new indices have a higher calculation accuracy. It is concluded
that the indices bear good structure selectivity and property relativity. It can be extended to predict

the standard enthalpies of formation of other transitional element halides.

Keywords: valence environment value connectivity index transitional element
halide standard enthalpy of formation Kier’s indices



