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Appendices

Appendix A
Table 8. Molecular descriptors of the new novel compounds. NA: not active or no significant difference. NT: not tested.

Name Structural Formula TG/HG
%reduction

Chemical Formula MWt Henry’s
law

tPSA
(Å²)

C log P CMR HB
dono

r

HB
acceptor

A5 86% C12H11NO3 217.22 8.53 47.56 1.9014 5.8988 1 4

A7 84% C9H13NO2 167.21 6.33 38.33 1.624 4.6259 1 3

A2 84% C18H13NO3 291.31 10.75 55.4 3.3332 8.2926 1 4

A4 82% C13H11NO3 229.24 10.04 55.4 1.7342 6.2452 1 4

A1 80% C18H13NO3 291.31 10.75 55.4 3.3332 8.2926 1 4

A3 NA C18H13NO3 291.31 10.75 55.4 3.7632 8.2926 1 4

A6 NA C11H8ClNO2 221.64 7.43 38.33 2.7966 5.7733 1 3

A7 84% C9H13NO2 167.21 6.33 38.33 1.624 4.6259 1 3
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A8
NA C11H9NO2 187.20 7.3 38.33 1.826 5.2819 1 3

A9 NA C13H13NO4 247.25 9.76 56.79 1.9261
4

6.5157 1 5

A10 70% C19H14N2O2 302.33 13.63 58.53 3.4492
2

8.8676 1 4

A11 95% C19H14N2O2 302.33 13.63 58.53 3.4492
2

8.8676 1 4

A12 92% C14H12N2O2 240.26 12.92 58.53 1.8502
2

6.8202 1 4

B1 NA C18H12O4 292.29 6.72 52.6 4.1349 8.077 0 4

B2 NA C13H10O4 230.22 6.02 52.6 2.5359 6.0296 0 4
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B3 NT C11H8O3 188.18 3.28 35.53 2.796 5.0663 0 3

B6 NT C11H7ClO3 222.62 3.41 35.53 3.649 5.5577 0 3

B4
NT

C13H12O5 248.23 5.74 53.99 2.8771 6.3001 0 5

B7 NT C12H10O3 202.21 3.24 35.53 3.295 5.5301 0 3

B5 NT C9H12O3 168.19 2.48 35.53 2.874 4.4103 0 3

BZF 74% C19H20ClNO4 361.82 13.91 75.63 3.6982 9.6841 2 5
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Appendix B

Mass spectra
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