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Supplementary tables and figures



Table 1. Precomputation modifications.
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Table 2. Modifications of the fragments before the matching. The examples shown below represent
the “in silico” process undertaken by rBAN to predict the original structure of the monomers. Note
that they do not symbolise chemical equations.
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Modification | Targets bonds Example
Resulting fragments. Modification Monomers to match
Peptidic WA )
Peptide bond NS + OH > HN
Ester o on ° JLOH
Addition of Thioether

o] ﬂ
HEN\)J\? OH
i
' NH, NH,
HOVJ\WOH — HOVKWOH
le] o

hydroxyl group

bonds

Resulting fragments Modification Monomers to match
Peptide bond with doubl H:N. i
'eptide bond with double
P ide bond bond character ’ \/\OH * 0 ‘::> HN\,)LoH
. eptide bonds ﬂ
Addition of . P o Oy OH
oxygen with double bond or L
¥ character BN o x
H NH, NH,
HO\)\’_(OH —— Ho\/i\ _OH
1
o] Q
Resulting fragments Modification Monomers to match
o}
Oxazole heterocycle HQN\/ + [} E> HZN\)—L
I OH
Addition of o ﬂ + CH
Heterocycle N
oxygen and P—oH
N

NH

& N, )
HO\/H(OH — > HO\/%OH
Q a]

A
ol




Table 3. Suggested monomers NOT added in Norine (False positives).

Name PubChemID Structure Compounds Reason of false positive References
\/\/NHE NOR00008, NOR0O0015,NOR00079, NOR00115
3-Buten-1-amine and 2- 443732 NOR00120, NOR00122, NOR00127, NOR00130
AMINOTHIAZOLE 2155 H.N S NOR00135, NOROO144, NOR0O145, NOROO154 Wrong SMILES molecules (1], [21,13),[4),[5]
\ / NOR00157, NOR00159, NOR0O0750, NOR00817
N
. ~o
2-Amino-4-methyl-pentanal 4473091 NOR00937, NOR00938, NOR00939, NOR00940 Wrong SMILES molecules [6],[71,[8]
NH,
N d
dihydropyrrolecarbaldehyde 18721951 o7 NOR00596,NOR00597 Wrong SMILES. and wrong [9]
Y/ monomeric graph
f |
o]
3-Methoxytyrosine 1670 HO NORO00424, NOR00425 Wrong SMILES molecules [10]
NH,
OH
HN Wrong SMILES molecule
2
Pentamide 12298 R NOR00756, NORO1090 (NOR0O756) and wrong [111,12]
5 software annotation
(NOR01090)
OH w SMILES
Isovaleric acid 10430 NOR00437 rong ’ (13]
5 and wrong monomeric graph
1,2-Dimethylpropylamine 11731 /J\,rNH2 NOR00406, NOR00407 Wrong SMILES molecules [14]



Fig. 1. Examples of Norine curation.

a) Correction of the monomeric graph of Destruxin A2 (NOR00068)
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b) Correction of the SMILES of Guinamide D (NOR00437)
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Fig. 2. Smiles2Monomers precomputation problem.
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