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Background Structure generator

Lignin, a by-product of the paper and ethanol The reactions taking place during the reductive catalytic fractionation (RCF) of lignin were
industries, represents a valuable resource for the compiled.[3] Based on these reactions, a Python code utilising RDKIit was written to generate
production of biomaterials. A better understanding lignin dimer structures.
of the structures formed during depolymerisation ChatGPT (OpenAl, 2025) was used for coding assistance.
could support more efficient lignin valorisation.[1]
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In this project, we aim to expand the structural
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structures in silico.

°/ | C/HRMS? analysis

The MS? spectra were processed with SIRIUS+CSI:FingerID v. 6.1.0 for
tentative structural annotation.[4] The generated lignin DB and publicly
available structural databases, including PubChem, were utilised.
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Results
. Conclusions

The generated lignin dimer DB contains

1720 compounds with 117 molecular
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Lignin structural DB was created in silico, formulas. From these, only 195 were =
containing structures absent from found in PubChem. é
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oligomers. Out of the 100 potential dimers, 11 had a // PubChem
SIRIUS match with a structure only | ]
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include larger oligomers and structures
generated by other depolymerisations.
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