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Molecular quantum numbers (MQN, 42D)
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Polar groups
H-Bond donor atoms 3   1   2
H-Bond donor sites 3   1   2
H-Bond acceptor atoms 3   4   1
H-Bond acceptor sites 3   7   4
Positive charges 1   0   1
Negative charges 0  1   1

Bonds
Acyclic single bonds 3   8   5
Acyclic double bonds 0   3   3
Acyclic triple bonds 0   0
Cyclic single bonds            18 11   7
Cyclic double bonds 4   3   1
Cyclic triple bonds 0   0
Rotatable bonds 0   4   4

Topology
Acyclic monovalent nodes 3   6   3
Acyclic divalent nodes 0   2   2
Acyclic trivalent nodes 0   2   2
Acyclic tetravalent nodes 0   0
Cyclic divalent nodes 8   6   2
Cyclic trivalent nodes 9   6   3
Cyclic tetravalent nodes 1   1
3-Membered rings 0   0
4-Membered rings 0   1   1
5-Membered rings 1   1
6-Membered rings 4   1   3
7-Membered rings 0   0
8-Membered rings 0   0
9-Membered rings 0   0
²10 membered rings 0   0
Atoms shared by fused rings 7   2   5
Bonds shared by fused rings 6   1   5

Atoms
Carbon 17 16 1
Fluorine 0 0
Chlorine 0 0
Bromine 0 0
Iodine 0 0
Sulphur 0 1  1
Phosphor 0 0
Acyclic nitrogen 0 1 1
Cyclic nitrogen 1 1
Acyclic oxygen 2 4  2
Cyclic oxygen 1 0  1
Heavy atom count    21 23  2
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Atom-pairs with topological distances in bonds
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Target prediction
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PPB2 with Xfp similiarity

angiogenesis inhibitor from phenotypic screen
known LPAAT-ɓinhibitor
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all cpds (344,163)

per target

only single target (241,083)

per target
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active off-targets (²50 % @ 10 µM) inactive off-targets
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a) DUD, MUV, ChEMBL b) Mutated and scrambled peptides c) All datasets

MAP4
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MAP4 encoding of jk
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r1: O=c |15| c(c)c

r2: O=c(c)[nH]|15|c(cc)cc



MAP4 TMAP of natural products
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https://tm.gdb.tools/map4/coconut_tmap/
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