Analysis of 100 us COVID19
Protease Simulation (D. Shaw)



PCA (Cartesian coordinates)

Cumulative variance
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PCA (torsions)

Cumulative variance
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TICA (torsions)

Kinetic cumulative variance
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TICA (Cartesian coordinates)

Kinetic cumulative variance
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M aC rO State S VMD couldn’t understand
secondary structure for

some reason...




TICA (ENM-like distances)

Cutoff_min: 4.8, cutoff_ max: 5
(5889 distances)
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TICA (ENM-like d

Cutoff_min: 0.5, cutoff _max:
1.3 (10668 distances)
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