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STUDIES ON THE QUANTITATIVE STRUCTURE-
ACTIVITY RELATIONSHIP OF THE SCHISTO-
SOMICIDAL SUBSTANCES——
BROMOACETIC ESTERS

WU Guo-pei, BAI Fu-xiang, LENG Zong-kang and GU Xu-chu
(Nanjing Institute of Materia Medica)

ABSTRACT
The quantum mechanical indices of 26 antischistosomal bromoacetic esters were
Vs
computed by the HMO method. The IgP value of BrCH2C02—/< \—-NHCOCH3

was determined, my.cu,co, Was calculated, and the 1gP values of these bromoacetic
esters were thus obtained. Progressive regression analysis indicated that 1g?P, 1gP and
E :mo Wwere related to the biological activities, which were supported by the me-
chanism of physiological action of halogenoacetic acid derivatives reported in the li-
terature. The optimum lgP value calculated (1.09) was within the range of 1gP va-
lues of the schistosomicides in the literature. The Hansch equation obtained predicted

that BrCH2C02——< >—CH=N—< > may have somewhat higher biological

activity, and the value calculated was in fair accordance with the value determined.
Key words Schistosomicides; Bromoacetic esters; Quantitative structure-activity
relationship; HMO method; Partition coefficient 1gP





