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MolWorks — Grid-Enabled Integrated Software Tool
for Molecular Design —
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Figure 1. MolWorks conceptual diagram.
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Table 1. Results of logP estimation.
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Method Data Collinear Approximation R
groupt = 09825x + 00481 0982
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group2 v = 09639x + 00443 0964
o (41 molecules)
Existing Formula[1] 3
roup v = 09135x + 00729 0908
(51 molecules)
All _
(186 molecules) y = 08747« + 00427 0972
Teach 0931

(985 molecules)
Test

(105 molecules)
Teach

(985 molecules)
Test

(105 molecules)
Teach

(425 molecules)
Test

(202 molecules)

All
(627 molecules)

Existing Formula[2]: An1
y = 09318 + 0.0906 0803

0883

Existing Formula[2]: PM3
y = 0.8557x + 0.2601 0845

y = 09885 + 0.0424 0890

Neural Network y = 08594x + 01334 0511

y = 09885 + 00158 0988
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