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APPENDIX 4 Bioisosteres

CLASSICAL BIOISOSTERIC GROUPS

1 Univalent atoms or groups
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2 Bivalent atoms or groups
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3 Trivalent atoms or groups
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4 Tetravalent atoms
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5 Ring equivalents
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NON-CLASSICAL BIOISOSTERIC GROUPS
1 Carbonyl group
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3 Hydroxyl group
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5 Halogens
—X —CF3 —CN —N(CN), —C(CN)3
6 Thioether
NC CN CN
s o) [
PN ~ON c N
N PN
7 Thiourea
CN H NO,
ﬁ N/ \C/
~y-° ¢ ¢
TN
H NH, \N/ \NHz \N/ \NH2
H H
8 Azomethine
CN
—N= |
—C=

9 Spacer group
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