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Let’s create a simple graphene nanoribbon sheet with 
10 Å of vacuum on each side

Based on the distance, we randomly introduce a nitrogen atoms

Example: doped graphene nanoribbon
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We number the carbon atoms depending on how close 
they are to the previously introduced nitrogen

The aim is to generate these species, that we can feed 
to ONETEP.
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Colouring based on tag numberNormal colouring

Nitrogen
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Finally, we write the onetep input file using the specified parameters

ONETEP will then calculate the LDOS for every carbon subgroups.
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ORB, currently ranked 1st on the benchmark of 
Machine Learned models can be used with ASE 

to pre-optimize systems.
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Changing the script to run the model for various elemental surfaces:
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Python ecosystem for computational chemistry
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Workflow manager

Automatically dispatch specific 
task(s) of a given workflow 
concurrently on your HPC. 

With Quacc, running a ONETEP calculation is reduced to a simple line:


