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The cbserved data of fundamental, or non-spectral, physical properties of organic
compounds , such as thermodynamic properties, critical constants, et al., are unex-
pectedly scarce because of the difficulty in measurements and in obtaining specimens
with high puritv necessitated, as compared with those of spectral information. Thus

B A new contribution
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various methods for estimating the former have been developed.
methoed. the ABWY method, for estimating the following ones was developed by us:
vapor pressure; thermoeynamic functions, including melar heat, of the ideal gas,

ligquid as well as solid; critical properties; heat of evaporation; normal beoilib point.

2) on a T88 will estimate above mentloned properties

£ computer preogram package EROICA
along with the others derived from the former(e.g., heat of comoustion), and also re-
trieve the observed data from a database prepared by us, storing 7500 compounds; this
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system permits a raticnal formula, CHEMO input, as an input for estimatiocn and
retrieval.

Estimation methods oan be c¢lassifird as depend on elther structural model or
functional model. On the other hand physical properties are usually estimated hierar-
chically; a property may be the better estimated by using already estimated properties,
guided by a route-map for estimation. The ABWY method employs mainly the structural
medel with a sophistlcated group contribution method, and also utilize the functional
model only when the former 1s not applicable as in the case of molar heat of liquid.
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In the present version, properties of compounds having even some of 28 nitropgen-
containing functicnal groups can be processed. The accuracy of estimated values is
fair; e.g., 0.5-1 keal mol ™t for enthalpies.
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