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R1 WERHREOBEER

- HNROR3 Toxicity IC50

compd mol/mL)
1 NO, 3 - chloroaniline 6.86
2 NO, 3 - bromoaniline 15.37
3 NO, 3 - fluoroaniline 9.29
4 NO, 3 - anisidine 18.63
5 NO, 4 - anisidine 21.44
6 NO, cyclohexylamine 9.08
7 NO, adamantylamine 9.43
8 NO, aniline 2.19
9 NO, 4 — aminobenzonitrile 3.53
10 NGO, 4 — methoxybenzylamine 16.36
11 NO, 2 - chlorobenzylamine 11.75
12 NO, 2,4 - dimethoxybenzylamine 5.38
13 NO, 3,4 - dimethoxybenzylamine 18.17
14 NO, 3,4,5 - trimethoxybenzylamine 23.59
15 NO, 1 - amino - 1,2, 3,4 - tetrahydronzphthalene 9.03
16 NO, 1 — aminoindane 10.28
17 NO, phenethylamine 25.23
18 NO, (S) - 1 - phenylethylamine 25.63
19 NO, (R) - 1 - phenylethylamine 23.59
20 NO, 3,4 - dimethoxyphenethylamine 27.44
21 NO, 3 - aminophenol 12.5
22 SO, Ph 3 - anisidine 25.85
23 NO, N - methylaniline 23.75
24 NO, N — methyl — 4 - anisidine 25.25
25 NO, 2,3 - dihydmindole 7.93
26 NO, 2 — aminopyridine 10.8
27 NO, 3 - aminopyndine 12.83
28 NO, 4 - aminopyridine 6.86
20 NO, 3 — aminopvrazole 7.29
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The COMFA study on Nitrofuranylamides as Novel Antituberculosis Agents
MIN Yong"?, YI Ping’ , GU Kun', QIU Min ~ hua®
(1. Department of Applied Chemistry, Yunnan University, Kunming 650091 , China
2. Department of Chemistry, Honghe University , Menzi 661100, China
3.Kunming Institute of Botany, Chinese Academy of Science, Kunming 650204, China)

Abstract: AIM:To establish the COMFA models of the Nitrofuranylamides and give the theoretical basis to guide the
design of the new drug. METHODS and RESULTS: The advanced 3D — QSAR method COMFA ( comparative molecular field
analysis) was used to study the Nitrofuranylamides and leaded to two COMFA models of these data. The Crossvalidated coef-
ficient g2 of one model reached 0.538, the non — crossvalidated coefficient ¥* was up to 0.939, standard deviation was 2.
220, F=46.516 CONCLUSION: In the series of Nitrofuranylamides the COMFA models reveal the relationship between tox-
icity and structure, they are helpful to the next design work to find new drugs with low toxicity .
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