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/ logP  ClogP , TSA Neme-
sis , pKa M iqsar . , 1
1
logP pKa TSA
1.47 9.92 1. 207
1.95 10. 26 1. 387
1.96 10. 05 1. 392
1.94 10. 23 1. 398
1.79 6.80 1. 482
2.00 8.27 1. 505
2,4- 1.67 4.03 1. 798
2, 4- 3.06 7.87 1. 476
2,4,6- 3.69 6.36 1. 576
5.12 4.70 1. 788
0.80 9.33 1. 345
1.3 ICso
, pH 6.0 9.0 . , pH 6.0,
7.8,9.0 3 pH . ,
50 mL . , ,  HCl NaOH pH
6.0,7.8 9.0. pH 5 1 , 3
10 , 24 h
, 24h  1Cs , 2
, 60% , 0o ,
Statgraphics
2 (= loglCso)
pH= 6.0 pH= 7.8 pH= 9.0
3.52 3.38 0.14 3.37 3.33 0.04 3.27 3.24 0. 03
3.81 3.78 0.03 3.68 3.0 -0.01 3.60 3.61 - 0.01
3.66 3.82 -0.16 3.57 372 - 0.15 3.52 3.63 - 0.11
3.81 3.79 0.02 3.72 3. 69 0.03 3.64 3.63 0. 01
3.76 431 -0.55 364 405 -0.41 3.51 3.82 0. 31
3.75 4.23 -0.48 3.71 4.02 -0.31 3.53 3.86 -0.33
2,4- 5.18 5.01 0.17 4. 68 4. 56 0.12 4.49 4.33 0. 16
2, 4- 4.88 4.81 0.07 4.75 4.53 0.22  4.68 4.13 0. 55
2,4,6- 5.42 5.48 -0.06 505 5008 -0.03 4.23 4.49 -0.206
6.94 6.70 0.24 6.20 6. 11 0.09 5.28 5.24 0. 04
3.85 3.27 0.58 3.5 3. 19 0.40 3.50 3.27 0.23
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Acute Toxicity of Phenol Chemicals to Daphnia Magna
at Different pH Values and the QSAR Study
Yu Ruilian®  Zhao Yuanhui® Hu Gongren

(' College of Mater- Sci- & Eng-» Huagiao U niv-» 362011, Quanzhou, China:

@ Dept- of Environ. Sci-» Northeast Normal Univ-, 130024, Changchun, C hina)
Abstract T he toxicity of 11 kinds of phenol chemicals to Daphnia Magna at pH 6.0, 7.8 and 9.0 are reflected
by measuring the concentration for inhibiting the activities of half of them during 24 hours, or ICs for short.
The study of quantitative structure-activity relationships, or QSAR for short, is made on toxicity data by apply -
ing 3 kinds of physicochemical parameters logP, T SA and pKa. On this basis, an initial inquiry is m ade into the
mechanism of toxicity of phenol chemicals.
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