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MORTAR (MOlecule fRagmenTation fRamework) [1] is an open-source it -7
client application desighed to facilitate molecular fragmentation and [ Molecules|

substructure analysis workflows. No programming skills are required to J 1

perform in silico fragmentation studies with MORTAR, as its graphical . ...-331_'74'1--.1

features allow the visualisation of fragmentation results for individual L

compounds or entire compound sets. By providing multiple views and Ny

analytical functions, MORTAR facilitates the interpretation of 2| coemne ""-|f:|---:---|-|£f"

fragmentation results. Three integrated methods for substructure h 'T

analysis and fragmentation are currently available in MORTAR: The | l
ErtIFunctionalGroupsFinder [2] for functional groups detection in SOa S

organic molecules, the Sugar Removal Utility [3] to unmask a potential f/“;

drug core by removing sugar moieties and Scaffold Generator [4], a ‘ Ej”“““&j\

software library for the hierarchical decomposition of the basic B

molecular structure into chemically valid subunits. MORTAR allows not R AP o~

only the easy integration of custom fragmentation algorithms, but also o b Lq{f

the development and implementation of new algorithms through the “

implementation of a MORTAR-specific interface. All cheminformatics . B

functionalities of MORTAR are implemented using the Chemistry
Development Kit (CDK). As an open-source software project MORTAR is
available on GitHub [5].

MORTAR main view (screenshot) with a paginated overview of the open COCONUT
database of natural products.
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