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Abstract The infinite dilution activity coefficients of solvents are calculated by using BP neura

network and molecular connectivity index, and the average relative error is within 9.25%. The prediction

with artificial neural network is more accurate than that with UNIFAC model.
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Fig.l Relation of experimental and predicted g¥ and the relative errorsin training set
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Fig.2 Relation of experimental and predicted g¥ and the relative errorsin validation set
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Fig.3 Relation of experimental and predicted g¥ and the relative errors in test set
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Tab.3 Errors predicted by ANN
1%
0.3184 8.82
0.8985 9.64
0.4086 9.25
3 ANN UNIFAC
) UNIFACH(Universal Quasi-Chemical Functional
Group Activity Coefficient) - ANN UNIFAC
) 4, , ANN
UNIFAC .
4 g ¥
Tab.4 Comparison between experimental and predicted g¥ values
1%
UNIFAC
17.11 14.1 0.5
30.97 4.0 0.16
40.94 1.9 0.07
62.52 8.4 9.7

7.1 2.61
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