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1971 QSAR
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National Meeting Division of Pesticide Chemistry ( Division of Agrochemicals)
“Biological Correlations —The Hansch Approach’
National Meeting 13 6 ( 2
2 1, 1) . Proceeding
Advancesin Chemistry Series114 1972
QSAR Author(s)

1. The Extrathermodynamic Structure-Activity Correlations. Background of the Hansch
Approach Toshio Fujita (Kyoto University, Japan)

2. A Computerized Approach to Quantitative Biochemical Structure-Activity Relationships
Corwin Hansch (Pomona College, U.S.A.)

3. PitfallsintheUseof 1 Constants  A.Canas-Rodriguez and M.S.Tute (Pfizer, England)

4. Relationships between Partitioning Solvent Systems Albert J.Leo (Pomona College,
U.SA)

5. Partition Data of Chemotherapeutic and Steroid Agents Determined by Rewersed-Phase
Thin Layer Chromatography G.L.Biagi, A.M.Barbaro, and M.C.Guerra (Bologha
University, Italy)

6. Substituent-Effect Analyses of the Rates of Metabolism and Excretion of Sulfonamide

Drugs  Toshio Fujita(Kyoto University, Japan)
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7.Comparative in vitro and in vivo Structure-Activity Studies of Antiparasitic 2-
M ethyleneamino-5-nitrothiazols  Eberhard Kutter, Hans Machleidt, Wolfgang L euter,
Robert Sauter, and Alexander Wildfeuer (Karl Thomae GmbH, Germany)
8.Comparison of the Hansch and Free-Wilson Approachesto Structure-Activity Correlation
Paul N.Craig (Smith Kline and French, U.S.A.)

9. Structure-Activity Relations. Il. Antibacterial Activity of 3Benzoylacrylic Acids and
Esters  Keith Bowden and M.P.Henry (The University of Essex, England)

10. Structure-Activity Correlations of Acaricidal Hydrazines—Uncouplers of Oxidative
Phosphorylation K.H.Biichel and W.Draber (Bayer AG, Germany)

11. Structure-Activity Relationships in Antifungal Agents —A Survey Eric J.Lien and

Corwin Hansch (University of Southern California and Pomona College, U.S.A.)

12. Structure-Activity Correlationsfor Meta- and Para-substituted Trifluoromethanesulfon-
anilide Pre-EmergenceHerbicides  Anthony F. Yapel, J. (3M Co., U.SA))

13. The Effect of a Penetrant Aid on Pre-Emergence Herbicidal Activity of Trifluoro-
methanesulfonanilides Wade van Valkenburg and Anthony F. Yapel,Jr. (3M Co.,
U.SA)

14. The Hansch Structure-Activity Approach As an Aid in Designing New Biologically
Active Chemicals W.Brock Nedly (Dow chemical, U.S.A.)

15. Molecular Orbital Studies of Biological Molecule Conformations L.B.Kier (Massachusetts
College of Pharmacy, U.SA.)

2 1973 LosAngeles 163 National Meeting
Division of Medicina Chemistry 1971
phenyl acetate , acetylcholinesterase
Ka ko QSAR
Proceeding 1971
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“QSAR in Biology”
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(ORF) Protein Data Bank : PDB (FAMYS)

(Open Reading Frame: ORF)
ORF (PDB)

(Full Automatic M odeling System: FAMSS, http://physchem.pharm.kitasato-u.ac.jp)

NEDO( )

( E.coli, B.sub ) ORF E.coli 4289 B.sub
4100
PSI-BLAST FASTA

( )
30%
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e-value 0.001
30 %
FASTA PSI-BLAST
3.
E.coli ORF PDB FASTA PSI-BLAST
PSI-BLAST e-value <= 0.001 PSI-s 3%
FASTA PSI-BLAST PDB ORF E.coli
PSI-s PSI-n
FASTA-s 959 5 964 (22%)
FASTA-n 678 2647 3325 (88%)
1637 (39%) 2652 (61%) 4289
s e-value <= 0.001 PDB ORF
n ( e-value > 0.001)
FASTA
100% - 90% | 90% - 70% | 70% - 50% | 50% - 30% | 30% - 0%
<E.coli> | 236 (235) |18 (18) 64 (64) 307 (306) | 339 (336) | 964 (959)
<B.sub> |27 (27) 33 (33) 90 (90) 387 (385) | 296 (289) | 833 (824)
() PSI-BLAST
ORF FASTA 22% ORF
B.sub
FASTA PSI-BLAST e-value
<= 0.001 PSI-BLAST
PSI-BLAST
FASTA ( )
E.coli B.sub
1/3 30%
4. FAMS
FAMS
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30% FASTA 30% FASTA

PSI-BLAST

Ca = =
) 30%
3D-1D LIBRA
30% E.coli, B.sub
PSI-BLAST
-0.3
LIBRA

E.coli B.sub

FAMS90 236 -0.418 0.115 FAMS90 27 -0.391 0.120

FAMS70 15 -0.375 0.204 FAMS70 33 -0.367 0.167

FAMS50 62 -0.313 0.217 FAMS50 90 -0.386 0.098

FAMS30 328 -0.275 0.163 FAMS30 385 -0.302 0.128
FAMS(FASTA) | 315 -0.171 0.157 FAMS(FASTA) | 288 -0.191 0.116
(PSI-BLAST) | 299 -0.178 0.164 (PSI-BLAST) | 291 -0.195 0.131
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E.coli B.sub

€H) 28 ,2000 p222-
(2) Ogata, K. and Umeyama,H. An automatic homology modeling method consisting of database

searches and simulated annealing, J. Mol. Graphics Mod. 18, 258-272, (2000).
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(3]
(General Regression Neural Network, GRNN)[6]

(Probabilistic Neural Network, PNN)[7]

GRNN PNN
GRNN PNN
GRNN  PNN
GRNN PNN
Polar Surface Area(PSA )
GRNN
(8]
(Druglikeness)
Druglikeness

PNN
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Druglikeness

(9
Druglikeness Druglike PNN

(C4.5)[9]
(C4.5)
Support Vector Machine

1. Akamatsu M, Katayama T, Kishimoto D, Kurokawa Y, Shibata H, Ueno T, Fujita T, J Pharm Sci., 1994,
83, 1026-33.

2. Akamatsu M, FujitaT, JPharm Sci., 1992, 81, 164-74.

3. Sotomatsu-NiwaT, Ogino A, THEOCHEM, 1997, 392, 43-54.

4. NiwaT, Ogino, A, THEOCHEM, 1997, 419, 155-160.

5. JA. 1999

6. Specht, D.F. IEEE Transactions on Neural Networks, 1991, 2, 568-576.

7. Speckt, D.F. Neural Networks, 1990, 3, 109-118.

8. 6 1999.

9. 7 2000.
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