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electron calculation method, total energy, HOMO,
LUMO, mean polalizability, total dipole

moment, heat of formation, comments

genera melting point, boiling point, viscosity,
vapor pressure, molar refractivity, surface

area, molecular weight, parachor, others

metabolizati | bio concentration, water solubility, aqua
on toxicity, atmosphere oxildation, aqua
hydrolysis, bio degradation, comments

drug-design | actual LogP, calcd LogP, Kappall 3,
molecular connectivity chiO] 3, Randich,

Balaban, Wiener , comments, others

structure number of atoms(all), halogen, hetero,
hydrogen, ring(al), ring(aromatics), ring

(aliphatics), moment of inertia(X,Y,Z)

Journal journal name, volume, p.p.,year, authors,

keywords, title, abstracts, comments, url

others linear and non-linear regression equation,

3d-coordination, others, comments,
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http://www.liv.ac.uk/Chemistry/Links/refdatabases.html
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http://sullivan.bu.edu/~mfrith/tool s.shtml
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http://www.access.gpo.gov/su_docs/aces/aaces002.html




