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Fig 1 Plot of v — I (v) of pyrazole

trifluorotoluidide ether.
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Fig 2 Structures and log{ C,.../ Cpiod? values of 21 H,-receptor histamine antagonists.
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Fig 3 Template molecule H04 and superimposition of 21 H,-receptor histamine antagonists.
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Fig 4 Predicted vs actual log( Cy.ii/ Chiooa? of 21 Hy-receptor histamine antagonists.
A. Predicted with CoMFA; B. Predicted with EVA.
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Fig 5 CoMFA STDEV * COEFF contour map of 21 H, receptor antagonist.
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3D-QSPR OF BLOOD BRAIN BARRIER TRANSPORT FOR H, RECEPTOR
ANTAGONIST BY USING COMFA AND EVA METHOD

Zhu Qiging (Zhu QQ)»> Qu Lingbo (Qu LB)s Lei Xinsheng (Lei XS) and Guo Zongru (Guo ZR)

CInstitute of Materia Medica» Chinese Academy of Medical Sciences and
Peking Union Medical College, Beijing 100050

ABSTRACT AIM: To built the model of blood brain barrier transport of 21 H, receptor antagonists.
METHODS AND RESULTS: The model was built by CoMFA (comparative molecular field analysis) and EVA
(eigen values) method. Both CoMFA and EVA gave significant relationships with high cross-validation
correlation. The CoMFA model yielded a cross-validation 0.625 of r2,, conventional 2 of 0.893, F5, 7=
47.270, and SE (Standard Error) = 0.254; the statistical parameters for the EVA model are 0.697 of 2,5
conventional 7 of 0.922, F5,,7=67.766, SE (Standard Error)=0.203. CONCLUSION: The results showed
that EVA model and CoMFA model have good predictive ability, but the EVA model showed higher predictive
ability than the CoMFA model because it can exactly describe all properties of the molecule and is independent of
the molecular alignment rule.

KEY WORDS blood brain barriers 3D-QSPR; H, receptor antagonist; CoMFA; EVA
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