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, ( )
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QSRR [15] Rl = - 277.703 (+70.904) + 278.394 (+21.702) % +
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Fg.2 Scatter plot of observed versus predicted retention index on different stationary phase
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Table 2 Monte Carlo simulated coefficient of three QSRR model s
QSRR(1) QSRR(2) QSRR(3)
Intercept - 277.406 ( £70.279) Intercept - 824.622 ( £500.167) Intercept 214.417 ( +192.684)
¥ 278.479 (+21.488) w 0.999 ( £0.061) ¥ 419.655 (+42.220)
v 195.249 ( +26.205) J 832.475 ( +172.969) X - 215.841 ( +35.442)
R? 0.973 (+0.008) R? 0.918 (+0.023) R2 0.887 (+0.031)
SE 39.442 (+5.592) SE 71.288 (+10.134) SE 87.663 (+12.425)
1) Standard deviation of statistic in parentheses.
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Quantitative Sructure Retention Relationships of
Or ganophosphate Compounds and Robust Analysis

ZHAOJinrsong YU Shuxia

Key L aboratory of Subtropical Agriculture and Environment, Ministry of Agriculture/ College of

Resources and Environment, Huazhong A gricultural University ,Wuhan 430070, China

Abstract

Usng the best subset regresson technique,the quantitative structure-retention relation-

ships(QSRR) of 35 organophosphate compounds on three different polar stationaries were established
with topological indices as structural descriptors. All three QSRR models had good calibration ability.
The crossvalidation and external-validation showed that the corresponding QSRR model had strong pre-
dictive power. Monte Carlo smulation on R ,SE and coefficients of different QSRR model s demonstrated
that Monte Carlo method can be used to analyze the robustness of QSRR models.

Key words organophosphate compounds; quantitative structureretention relationships; topological
indices; Monte Carlo smulation



