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Table1 molecular descriptors of compounds

Category Molecular descriptor

Molecular weight
Number of Hbond Acceptors
Molecular structure information Number of Rings
descriptor Number of Aromatic Rings
Spatial structure information
descriptor

Fat water distribution coefficient ALog P
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Table 2 statistical analysis results of molecular descriptors

Molecular . . .
. maximum  minimum average  The median
descriptor
Molecular 1395.2 85.2 518.8 453.8
weight 48.2 1.2 7.5 5.0
Number 31.5 0.0 11.0 5.0
of Hbond
18.8 0.0 7.2 5.0
Acceptors
Number of
) 11.5 0.0 39 3.1
Rings
43 0.0 1.2 1.0
915.4 60.4 335.2 281.6
1281.6 105.3 492.7 422.4
Number of 511.4 0.0 172.8 165.1
Aromatic 0.9 0.0 0.5 0.5
Rings 1652.8 0.0 720.4 633.9
774.3 0.0 281.4 260.3
0.9 0.0 0.5 0.5
1358.6 220.3 628.3 570.4
ALog P 13.8 -3.5 1.2 0.8
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