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of Fluorine Contained Aromatics
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Abstract To study the environmental behavior of fluorine contained aromatics, the soil absorp—
tion coefficients( K oc) of 14 fluorine contained aromatics were determined. T he molecular connec—
tivity indices and quantum chemical parameters, as well as octanol/ water partition coefficient
(K ov) of these aromatics, were calculated and applied to the quantitative structure—property rela—
tionship analysis for the Koc values. T wo regression equations were obtained. T he regression e—
quation(3)showed that K o« combined with molecular connectivity indices can be well used to es—
timate values of K« for fluorine contained aromatics. Quantum chemical parameters included in
equation(4) proved the influence of polar interaction to the soil sorption process.

Keywords fluorine contained aromatics, soil organic carbon sorption coefficient, octanol/ water
partition coefficient, molecular connectivity indices, quantum chemical parameters.
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logK o.1) logK 2 3X, 0x, HOF DIFF
1 4-¥-€C¢H,OH 1.87 2.36 0. 289 5.983 - 67.03 -9.152
2 4+ -€sH.LCHO 1.28 1.62 0. 493 0. 690 - 54.06 -9.179
3 4-F-€«H,LO00H 1.52 2.01 0. 622 7.560 - 112.99 - 9.261
4 4-F¥-€CeHNH, 2.50 1. 81 0.577 5.983 - 24.61 - 8.837
5 4F-€6HNO2 1. 88 2.01 0.789 7. 560 -19.09 - 9.168
6 4F-€6H4C OC H3 1. 88 1.98 0.789 7.560 - 60.16 - 9.205
7 3-Cl14-+F-CsH3NH2 2.24 2.52 0. 760 6. 853 - 29.28 - 8.676
8 2,4+, F-CeH3NH, 2.12 1.95 0. 760 6. 853 - 69.27 - 8.639
9 2+ -€CcHNH;, 1. 84 1. 81 0.471 5.983 - 24.91 - 8.914
10 2,3-Cl, CI4¥+-C¢H,COCH 3 2.33 3.40 1.177 9.031 - 67.14 - 9.000
11 2,3,4¥,F, F-CcHoNH, 1. 49 2.09 0. 664 7.724 - 110.54 - 8.546
12 2-NO,4-F¥-C¢H;0H 2.16 2. 10 0. 994 8.431 - 62.84 - 8.408
13 4+ -€C¢HNHCOCH;3 2.16 3.52 0.901 8.268 - 60.35 - 8.776
14 2,4+, F-CeH3NHCOCH3 2.27 3. 66 1. 099 9.138 - 100.80 - 8.830
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