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Disclaimer

DISCLAIMER – FOR INFORMATIONAL PURPOSES ONLY; USE AT YOUR OWN RISK

The protocol content here is for informational purposes only and does not constitute legal, medical, clinical,

or safety advice, or otherwise; content added to protocols.io is not peer reviewed and may not have

undergone a formal approval of any kind. Information presented in this protocol should not substitute for

independent professional judgment, advice, diagnosis, or treatment. Any action you take or refrain from

taking using or relying upon the information presented here is strictly at your own risk. You agree that

neither the Company nor any of the authors, contributors, administrators, or anyone else associated with 

protocols.io, can be held responsible for your use of the information contained in or linked to this protocol

or any of our Sites/Apps and Services.

Abstract

Protein interaction modeling using Alphafold 2.0 Multimer
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1 **Structure Prediction in AlphaFold 2.0 Multimer** - Use full-length mouse Ezrin

(UniProt ID: Q4KML7) and Atg7 (UniProt ID: Q9D906) for structure prediction. - Predict

the structure of Ezrin in the open conformation: - Independently predict Ezrin N- and C-

termini. - Thread them onto an open ERM hinge structure using PyMOL2 molecular

visualization software.

2 **Modeling Ezrin:Atg7 Interaction** - Predict the structures of Ezrin and the Atg7

homodimer using AlphaFold 2.0 Multimer. - Dock the predicted structures to model the

Ezrin:Atg7 interaction and associated conformational changes.

3 **Assess Conformational Changes** - Use CABS-flex 2.0 (REF:

https://doi.org/10.1093/nar/gky356) and PyMOL2 to assess conformational changes in

the Ezrin:Atg7 protein complex.

4 **Select High-Confidence Structures** - For all predicted structure models, select the

highest-confidence structures based on the predicted local distance difference test

(pLDDT).

5 **Energy Minimization** - Subject the highest-confidence structures to energy

minimization via AMBER relaxation.

6 **Import and Visualize Minimized Structures** - Import the minimized structures into

PyMOL2. - Use PyMOL2 to produce representative models of the structures.
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