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Tablel Cadv FA resultsof the different cases
CaseA CaseB CaseC CaseD
o Q 776 Q 497 Q 389 Q 454
r? Q 976 Q 986 Q 998 Q 793
Optimal components 4 4 4 3
F 61 577 53 729 417 7 26 737
SEE Q 028 Q 027 Q 009 Q 079
Steric field contribution Q 574 Q 710 Q 402 Q 732
Electrostatic field contribution Q 426 Q 290 Q 592 Q 268
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Table 2 The actual, predicted activity and the
residuals of the compounds in separate cases

CaseA CaseB CaseC

Compd A ctual Predicted Residual Compd A ctual Predicted Residual Compd A ctual Predicted Residual
1 -024-028 Q04 12 - Q30 -033 003 20 -03 -036 Q01
2 - Q015 -Q012- Q03 13 - Q239 - Q37- 002 21 - 030 -031 Q01
3 - Q37 -034-003 14 - Q233 -Q031- 002 22 -036 -03-001
4 -Q11 -013 QO3 15 - Q041 -040- Q01 23 -002 -003 Q01
5 Q00 - Q02 Q02 16 - Q52 -053 Q01 24 -003 -002-001
6 Q 00 Q01-0Q01 17 Q 00 Q00 Qo0 25 -036 -03-001
7 Q00 QO01-aQ01 18 - 026 - 026 Q00 26 -03 -034-001
8 Q00 - Q01 aQaO01 19 - Q026 - Q26 Q00 27 - 019 - 018- 001
9 -Q02 -Q02- 001

10 - Q033 -032-001

11 Q00 Q00 QO00

Table 3 The actual, predicted activity and the
residuals of the compounds as aw hole case

Compd A ctual Predicted Residual Compd A ctual Predicted Residual
1 - Q024 -Q025 Q 01 14 - 033 - 035 Q 02
2 - Q15 - Q07 - Q08 15 - Q04 - Q26 - Q15
3 - Q37 - Q27 - Q010 16 - Q52 - 049 - a03
4 -Qo1n - Q05 - Q05 18 - Q26 - Q33 Q 07
5 Q 00 - Q08 Q 08 19 - Q26 - Q32 Q 07
6 Q 00 Q 01 -a0 20 - 035 - 030 - Q04
7 Q 00 - Q08 Q 08 21 - Q30 - Q031 Q 01
8 Q 00 - Q05 Q 05 22 - 036 - 030 - Q05
9 - Q02 - a03 Q 01 23 - Q02 - Q022 Q 20
10 - Q33 - Q32 - Q01 25 - Q36 - Q43 Q 07
11 Q 00 Q 04 - Q04 26 - Q35 - Q25 - Q10
12 - 030 - 029 - Q01 27 - Q019 -021 Q 03
13 - Q39 - Q37 - Q02

24 CdMFA
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Fig 2 Electrostatic and steric contour mgpsof the Covl FA models under study
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Table 4 Percent inhibition of the compounds against A scochy ta
as Paraginsa in the concentration of 50 mg/f_
Compd m n R Inhibition (%) [[Compd  m  n R Inhibition (%)

1 0 O 2Br 57 1 15 1 0 3Br 389
2 0 O 3-Cl, 4-F 71 4 16 1 0 2-F,3F,4F 300
3 0 O 2-Cl 42 8 17 1 0 4Br 100
4 0 0 3-Cl, 4-Cl 78 5 18 1 0 3-Cl, 4-F 555
5 0 0 3-Cl, 5-Cl 100 19 1 0 3-Cl, 4-Cl 55 5
6 0 o 3Br 100 20 0o 1 3-Cl, 5ClI 45 0
7 0 O 4-F 100 21 0 1 4-F 500
8 0 0 4-Cl 100 22 0 1 3-Cl, 4-F 44 4
9 0 0 4Br 95 0 23 0 1 3Br 95 0
10 0 O 2-Cl, 5ClI 47.0 24 0 1 3Cl 94 4
11 0 O 4-CHs 100 25 0 1 2-F,3F,4F 44 4
12 1 0 3Cl 50 0 26 0o 1 4Br 450
13 1 0 3NO: 40 6 27 0 1 4-CH33 650
14 1 0 4-F 46 7
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QSAR Study on Fungicidal Activity of 1, 3-Nitrogen, Sulphur
Heter ocyclic Canpoundsagain st A scochyta as Paraginsa

WAN G Jian-guo, MA Yi, ZHAO W ei-guang, L | Zhengming, HAN Jia-xiang"

(ElenentoOrganic Chanistry Institute, State"key L aboratory of
ElenentoOrganic Chanisrty, N ankai U niversity, T ianjin 300071)

Abstract: The quantitative structure activity relationship of the fungicidal activitiesof three snall setsof 1,
3-nitrogen, sulphur heterocyclic compounds against A scochy ta as Paraginsa using comparativemolecular field
analysis (CoM FA ) method was investigated Separate studies of QSAR models on each snall set of
compounds and w hole set of compoundsw ere carried out W e found that for each snall set of compounds,
the change of substitution on the phenyl ringw ill affect the activity. W hile asaw hole, the factors that have
influence the activity focus on the heterocyclic ring The QSAR models will give some guidance on
synthesizing compoundsw ith enhanced activities
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