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(A) Design of ExTASY. The modular elements that are developed
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PCA

Gives insight into structural and dynamical behaviour of molecules;
Enables highly compressed data storage of simulation trajectory files.

Principal Component Analysis (PCA) applied to molecular simulation data:
Reduces sampling data dimensionality in order to capture the dominant modes of motion of the molecular system;
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pyPcazip

C-based predecessors [1], including:
- Better handling of memory issues when dealing with very large data sets;
- On-the-fly selection of subsets of atoms of interest for the PCA analysis
from the available data sets;
- Flexible support for the simultaneous analysis of multi-trajectory
datasets that vary in their molecular topology and number of atoms;

- MPI support for input processing and internal calculations;

A Python-based PCA analysis tool (pyPcazip) has
en developed, amplifying the analysis functionalities of its Fortran and
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pyPcazip to the investigation of
ligand-induced changes in
molecular flexibility in the Major
Urinary Protein (MUP) are shown,
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Kextending our previous work [2].
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