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OUTPUT AND VISUALIZATION
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INTRODUCTION

MULTIPLE PEPTIDE PROCESSING

• Enter sequence

• Modify N- & C-terminus

• Cyclize your peptide

• > 100 predefined AAs

• Create your own AAs

• Modify side chains

• Efficiently calculate

multiple peptides at once

• Visualize your peptides

in 2D and 3D

• Get all important

parameters

USER FRIENDLY GRAPHICAL INTERFACE

Resources

Open source software: Source code: 

ETH research collection Github

Contact:

Vanessa Erckes: ETH Zurich, Institute of Pharm. Sciences, Pharm. Analytics; Email: vannessa.erckes@pharma.ethz.ch

Christian Steuer: ETH Zurich, Institute of Pharm. Sciences, Pharm. Analytics; Email: christian.steuer@pharma.ethz.ch

Resources and contact information

CONCLUSION

Recently, the interest in peptides and peptidomimetic structures has risen enormously.1 Novel modification strategies including nonnatural amino

acids, sophisticated cyclization strategies, and side chain modifications to improve the pharmacokinetic properties of peptides are continuously

arising. However, a calculator tool accompanying the current development in peptide sciences towards modified peptides is missing. Herein, we

present the application PICKAPEP, enabling the virtual construction and visualization of peptidomimetics with regular and self-designed

amino acids.2 Calculated parameters include the molecular weight, the LogP, the TPSA, and the peptide SMILES code.3 To our knowledge,

PICKAPEP is the first tool allowing users to add custom amino acids (AA) as building blocks and also the only tool giving the possibility to

process large peptide libraries and calculate parameters for multiple peptides at once.

With PICKAPEP, we provide an open-source tool which can be used to generate numerous types of cyclized and modified peptidomimetics. Combined with
its user-friendly comprehensive GUI and various options, PICKAPEP can be used without substantial computational expertise or knowledge in peptide
chemistry.
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