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Tém tat:

Muc dich cta cong trinh nay la nham trinh bay cac két qua nghién ctu ly
thuyét vé (rng dung céc phucyng phap mang no ron, xi ly théng ké phdi hop voi
cac tinh toan lwgng to dé khao sat sv lién hé dinh lwong gitra clu tric va hoat
tinh cia cac dan xuét artemisinin

DPéi twong dwoc xem xét 1a 21 dan xuat artemisinin. Cac phwong phap tinh
toan dwgc dung la cac tinh toan hoéa lvgng t&r ban thwe nghiém PM3, cac phép
thdng ké phan tich sb liéu (hdi qui boi, phan tich twong quan,chon bién toan bd),
céac tinh todn mang no ron lan truyén nguoc dap &ng cung luc hai hoat tinh..

Hoat tinh dwoc xem xét |a hoat tinh chdng sét rét thwc nghiém cda cac
dan xuét artemisinin. Cac tham sé cAu tric c6 thé c6 anh hwéng dén hoat tinh 1a
cac tham sb hoa ly va tham sb lwong t& nhw ndng lwong cac van da, hé sb phan
bd 1-octanol-nwéc, tham sb lap thé, dién tich tai cac nguyén tir.

Céc két qua tinh toan bang nhiéu phwong phap khac nhau da dwoc dbi
chiéu va cho thay: trong moi trwdng hop da khdo sat, khd nang dw doan cla
mang no ron la vwot trdi so véi cac tinh toan théng ké kinh dién va céac tinh toan
mang no ron két hop véi tinh toan lwong tir 1& phwong phap rat thich hop dé
nghién ctu sy lién hé dinh lwong cau tric-hoat tinh cia hoa chét.
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Abstract:

The aim of the paper is to present some recent theoretical results on the
application of neural networks and statistical analysis in conjunction with
quantum calculations for examining the Quantitative Structure-Activity
Relationships (QSARS) of artemisinin derivatives.

QSAR models for the antimalarial agent, 21 artemisinin derivatives are
established by using traditional statistical analysis (multiple regression,
correlation, all case variables selection), Back-Propagation Neural Networks.The
activity is estimated experimentally and the molecular descriptors is obtained
from quantum mechanical calculations

The obtained results show that Neural Networks in appropriate
architectures could be used as a good predictive tool for studying the QSAR.



