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Table 1 Relationships of Kovats indices and "Q for amines

Tov o1 Tovas Inca
No. Amine Q'@ Q Q
Exp. Cal.1'"Cal.2”*® Exp. Cal.1'"Cal.2* Exp. Cal.1'® Cal.2%*
1 allylamine 1.639 0.518 0.1430 0.0280 463 455 454 409 478 493 548 603 615
2 n-butylamine 1.978 0.641 0.1936 0.0512 553 533 531 588 562 559 800 689 674
3 sec-butylamine 1.967 0.673 0.2704 0.0518 471 531 537 575 574 574 729 700 697
4 tert-butylamine 2.009 0.755 0.2127 0 501 516 518 574 508 474 600 623 635
5 n-pentylamine 2.386 0.807 0.2616 0.0790 635 626 625 805 670 661 877 798 792
6  n-propylamine 1.570 0.474 0.1255 0.0236 466 440 434 457 455 454 521 580 598
7 isopentylamine 2.395 0.840 0.2751 0.0843 615 630 631 715 691 689 883 819 815
8  isopropylamine 1.578 0.506 0.1268 0 469 431 423 494 423 412 521 543 547
9  diallylamine 2.932 1.061 0.3642 0.1206 660 753 764 797 832 835 885 962 968
10 di-n-propylamine 2.794 0.972 0.3283 0.1061 694 719 721 753 775 777 906 904 904
11 diethylamine 1.977 0.639 0.1923 0.0510 527 532 533 467 561 574 600 688 699
12 methyl-n-pentylamine  2.794 0.972 0.3289 0.1065 706 719 720 819 776 774 961 905 902
13 methyl-n-hexylamine 3.202 1.139 0.3970 0.1343 871 812 797 875 884 885 1032 1014 961
14 methyl-n-butylamine 2.385 0.806 0.2609 0.0788 630 626 625 616 669 672 816 797 796
15 di-n-butylamine 3.610 1.306 0.4644 0.1616 943 905 882 1020 991 983 1069 1122 1136
16  pyrazine 2.674 1.192 0.4425 0.1575 696 718 719 940 944 945 1115 1077 1074
17 pyridine 2.679 1.196 0.4453 0.1592 692 720 721 867 949 956 1086 1082 1082
18 p-picoline 3.109 1.432 0.6459 0.2485 841 845 846 1059 1192 1211 1156 1336 1362
19  3-chloropyridine 3.104 1.429 0.6435 0.2474 890 844 836 1134 1189 1197 1280 1333 1341
20  chloropyrazine 3.099 1.425 0.6291 0.2405 895 839 832 1180 1175 1174 1365 1318 1312
21 2-chloropyridine 3.104 1.429 0.6321 0.2427 870 841 837 1198 1180 1178 1455 1324 1306
22 4-cyanopyridine 3.674 1.714 0.7997 0.3666 955 1010 1044 1640 1503 1380 1675 1663 1652
NotesEPEQalculated values by equatioh " 10£8511£CndE " 12£82EPredicted values of equatiof ' 10EE-11£CndE "12£6with Jackknifeis method.
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Table 2 Relationships of Kovdts indices and *Q ~*Q

Stationary phase 'Q 'Q 2Q Q
Tovion 0.964 9 0.944 4 0.905 5 0.899 7
Tovas 0.892 1 0.962 3 0.965 1 0.968 4

Inoa 0.880 2 0.959 2 0.963 6 0.968 4
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Topological Research of Kovats Indices for Amines

FENG Chang-junfEDU Xi-hua
£ Research Laboratory of Statistical ChemistryEXuzhou Education CollegeE~Xuzhou 221006 £-China £0

AbstractE®A novel connectivity inde& "QECs defined as "Q = X£77,i%;i 07,i % -£0°3 in this paper. "Q and *Q
have very good correlation for Kovats indices of 22 amines on three stationary phasef” OV-101£€)V-225 and
NGAEQ Their linear regression equations are proposed as followsE®l oy g, = 118.341 + 197.854 x°Q +
448.773 X3 QEv = 0.973 3E»I 5y 005 = 249.218 + 1 815.760 X3Q + 343.222 X 'QE~r = 0.974 6E»I\cp =
382.196 +2 004.277x3Q +318.416 X 'QE~ =0.973 4. These models can better elucidate the change rule of
Kovats indices for the amines. Furthermoref-a modified Jackknifei's test was performed to validate the model
robustness.
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