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A plugin for any MD code

Analyze your simulation
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Variables based on

machine learning
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Reducible matrix - so reduce to block diagonal form to

0o 0 1 0 000001
00 0 0 0 0 0 1 1 0
I 000100000
00 0 0 001 0 00
0O 01 0 000001
0O 0 0 0 0000 00
00 0 1 0 0 00 00
01 00 0000 10
01 000 001 00
1 000 1 000 00
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find clusters using e.g. DFS algorithm
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Calculate adjacency matrix which
measures whether or not pairs of
molecules that are within some
cutoff have the same orientation

Calculate vector orientation for
each of the atoms/molecules in the
system

Ay = o(rij)K(éy;)  where  K(gy) =3 |1— |2
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Basis of many cvs e.q:

® Coordination number
Steinhardt Q4/Q6 etc
Local Q4/Q6
Cubic Harmonics
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G(r) / energy units

Everything is written

Nterms of radius. No

contribution to volume

from surface!!




b = ¢sns + ¢lnl
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Collective variables are a tool for
understanding simulation data. Many are
designhed based on established theory

You need to think about the
question you want to answer







|dentify atoms with

ordered first coordination Perform DFS clustering on Count the number of
sphere using some the set of atoms with a connected components that
atom-centered measure high crystalinity parameter contain more than 4 atoms

of crystallinity

Ci; = H(s;)H(s;j)o(|rs;



