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(54) Title: MODEL, METHOD AND SYSTEM FOR PREDICTING, PROCESSING AND SERVICING ONLINE PHYSICO-
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AA ... Step 1. Collect, review, and classify
test data

BB ... Step 2. Prepare molecular
descriptor values for sample compound

CC ... Step 3. Examine validity of
molecular descriptors

DD ... Step 4. Divide test data into training
set and test set

EE ... Step 5. Search for optimal multiple
linear regression QSPR model using
training set

FF ... Step 6. Review validity of selected
model

GG ... Is model valid?

HH ... Step 7. Test ability of model to
predict using test set

Il ... Passed test?

JJ ... Step 8. Standardize sample, and then
divide same into 3 sets

KK ... Step 9. Search for optimal artificial
neural network QSPR model using 3 sets

LL ... Step 10. Establish criteria to prevent
overfitting

MM ... Step 11. Complete QSPR prediction
model
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(57) Abstract: The present invention relates
to a mathematical model and method for pre-
dicting with high accuracy the physicochem-
ical and thermodynamic properties of a pure
compound comprising five or less elements
among hydrogen (H), carbon (C), nitrogen
(N), oxygen (O) and sulfur (S), and mo-
lecules, except hydrogen, having 25 or less
atoms, and to a model, a method, and a sys-
tem for automatically processing and servi-
cing online a mass quantity of molecules.
The present invention provides a model, a
method and a system for predicting reliable
values for physicochemical and thermody-
namic properties of a countless number of or-
ganic compounds for which test values are
not known, and which meet the conditions,
and thus reduce the expense and time re-
quired for testing, thereby contributing to
raising productivity and facilitating research
and development activities of related indus-
tries.
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