{22224 200159 (7): 1145-1149 ISSN: 0567-7351 CN: 31-1320/06

7RI R
T 2 3 P R 6 TG B i KiEHE
TR 332 BRI, X157 ¥ Supporting info
MRTT RS 12 TR 5 Ay T AR, ZR T AR BE 2 2 + PDE(OKB)
BCREEIN S AW 2Rk A A B 1 :fﬁ%fﬂMQ)
T P FE T AR T SR (MGA) I TE H 5 7 i, =—=
TSR . {EMGAH, kA8 L A JE A A 085 g5 55 B
DA i JR i R AR . D MBI BOR 5 R4 Z SR A 4 WA SRR R
R R AT B 1 P A B . P 74 -
AV J5 6 15 2K, 2 00 T 2L BSR4 S R e 28 228 T8 o ) SR 53 S
FHK %M GA TEAE T 25 2805 VE S A A0 o A8 SURATE B P TR 199, b QU S PR
FEIM GA Y £ 37 (-7 R 2006 2B (K T e 0 A T 3L Ay k. » l%E]
SR TR MZIT BUEEEE A ERNCER eSS

R 0641

¥ 3 Rt

25 S BHE B
A neural computing method for identifying quantitatives structure activity relationships VB =S
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Abstract A novel genetic algorthm for neural computing to identify quantitative structure activity relationship (QSAR), | _ L
named mutation- based genetic algorithm (MGA), ispresented. MGA only uses the mutation operator for local search. To %
enhance the efficiency of local search, the genes that represent the variables employ different time-varying mutation rates | ~ PRAELHT
in MGA. Combining random restart technique with the local search strategy, the algorthm can give satisfactory solutionin ~ AP

alimited time. Asatypical object of the neural comuting for QSAR, a set of 74 2,4-dialmino-5-(substituted benzyl)
pyrimidines that inhibit dihydrofolate reductase were used to verify the effectiveness of MGA in computings of
predicting bio-activity. Cross- validation trials and the test of predicting activity demonstrated that the predictive ability
of the QSAR model built with MGA is better than those provided by other methods.
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