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Refinement of homology-based GLP1 receptor structure using Temperature Accelerated
Molecular Dynamics Simualtion (TAMD)

1S3 Al plgis —
Large scale conformational changes in Acetylcholine Binding Protein (AChBP)
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“CECAM-IRL Workshop: Advanced Simulation/Modelling in Food”. December
4-5, 2014, University College Dublin (UCD).
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“Refinement of homology-based GLP1 receptor structure using Temperature
Accelerated Molecular Dyramics Simualtion (TAMD).”
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- Z. Mohammad Hosseini Naveh, R.Taghavimendi, M. Majidiyan Sarmazdeh,
A.Bakhshayeshi, First principles investigation of the structural, electronic, and optical
properties of new ¢-Si12 silicon allotrope with a cubic structure, 332, 114325 (Q4, IF: 1.804).
-Barroso da Silva et al, Understanding and Controlling Food Protein Structure and Function
in Foods: Perspectives from Experiments and Computer Simulations, Annual Review of
Food Science and Technology, 11, 365-387, (2020), (Q1, IF=8.5)

- Mohammad Hosseini Naveh, Z., Mehmandoust Khajehdad, M. & Majidiyan Sarmazdeh,
A theoretical study on the chirality detection of serine amino acid based on carbon
nanotubes with and without Stone-Wales defects M. Struct Chem (2019).
ttps://doi.org/10.1007/s11224-019-01426-6 (JCR, Q3, IF=2.01).

- Mendi, R.T., Sarmazdeh, M.M., Bakhshayeshi, A. et al. Effect of Pressure on the
Electronic, Magnetic, and Optical Properties of the In0.75Cr0.25P Compound, J Supercond
Nov Magn (2018) 31: 4127. https://doi.org/10.1007/s10948-018-4617-8 (JCR, Q3,
IF=1.13).

- Mohammad Hosseini Naveh Z, Malliavin TE, Maragliano L, Cottone G, Ciccotti G (2014)
Conformational Changes in Acetylcholine Binding Protein Investigated by Temperature
Accelerated Molecular Dynamics. PLo0S ONE 9(2): e88555.
https://doi.org/10.1371/journal.pone.0088555, (JCR, Q1, IF=3.534).



https://doi.org/10.1007/s10948-018-4617-8
https://doi.org/10.1371/journal.pone.0088555
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- Z Mohammad Hosseini Naveh and H Moradi (2010), SW parameter in magnetic multilayers
with rough interface, J. Phys. C: Conf. Ser. 200 072066.
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- Exploiting Well-tempered metadynamics to explore the adsorption behaviour of small
biomolecules on inorganics surfaces, The second international conference on applications of
advanced technologies: bilogical sciences, 27-28 January, 2021 Namin, Ardabil, Iran.
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- Italian National Conference on Condensed Matter Physics (Including Optics, Photonics,

Liquids, Soft Matter), FisMat 2013, Milan (Italy), 09-13/09/2013, “Acceleration of the AChBP
conformational transition using Temperarure Accelerated Molecular Dynamics”.

-“16th Irish Atomistic Simulators and Nanoscale Simulator Ireland Meeting”, Trinity College
Dublin, Ireland, 12 — 13 January, 2012.

- Spin-wave Parameter in Magnetic Multilayer with Rough Interface, Z. Mohammad Hosseini
Naveh, H.Moradi, International Conference on Magnetism (ICM), July 26-31, 2009,
Karlsruhe, Germany.

- Spin-wave Parameter in Magnetic Multilayer with Rough Interface, Z. Mohammad Hosseini
Naveh, H. Moradi, Journal of Physics: Conference Series.
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- Temperature Dependence of Magnetization of Super-lattices Including Fluctuations in the
Spacer Layer, Z. Mohammad Hosseini Naveh, H. Moradi, IEEE Conference on
Nanotechnology (Oral Presentation), July 26- 31, 2009, Genoa, Italy.

- Temperature Dependence of Magnetization of Super-lattices Including Fluctuations in the
Spacer Layer, Z. Mohammad Hosseini Naveh, H. Moradi, IEEE Journal.

- Spin-wave Magnetization of Fe(110)/Ag(111) Multilayers with Rough Interface in the
Presence of Anisotropy Effects, Z. Mohammad Hosseini Naveh, H. Moradi, International
Conference on Surfaces, Coatings and Nanostructured Materials, (NANOSMAT) (oral
Presentation), October 19-22, 2009, Rome, Italy.
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Accepted Class C proposal to use KAY HPC cluster: https://www.ichec.ie/academic/national-
hpc/national-service-projects

A collaboration with Dr. Donal MacKernan from UCD on the project entitled "Carbon
nanotubes and peptide binding affinities: the role of chirality".
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1) Linux.

2) Bash/awk scripting.
3) NAMD software.
4) Gromacs software

5) VMD software.
6) TCL scripting.
7) Python coding.



https://www.ichec.ie/academic/national-hpc/national-service-projects
https://www.ichec.ie/academic/national-hpc/national-service-projects
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8) Fortran coding.

9) Elementary knowledge with MATLAB coding.

10) High performance computing.

11) Elementary knowledge with R for statistical computing and graphics.
12) MODELLER software




