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Root Mean Squared Deviation of Heavy Active Site Atoms of N2 Systems

All values relative to post-minimization structre (pre-equilibration)

common to the triplicate runs.
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Root Mean Squared Deviation of Heavy Active Site Atoms of N2 Systems

All values relative to post-minimization structre (pre-equilibration)
common to the triplicate runs.
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Root Mean Squared Deviation of Heavy Active Site Atoms for N1os Systems

All values relative to post-minimization structre (pre-equilibration)

common to the triplicate runs.
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Root Mean Squared Deviation of Heavy Active Site Atoms for N1os Systems

All values relative to post-minimization structre (pre-equilibration)
common to the triplicate runs.
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Root Mean Squared Deviation of Heavy Active Site Atoms for N8closed Systems

All values relative to post-minimization structre (pre-equilibration)
common to the triplicate runs.

RMSD (nm)

RMSD (nm)

0.4

0.35

0.3

0.25

e
[S)

0.05

0.4

0.35

0.3

0.25

i T i
£
0.2 1 a 0.2
7]
=
o
0.15 0.15 Dy
! “'i"‘"“i"’-‘ e
0.1 0.1} !
0.05 - 0.05 -

ApoO 1

10 20 30 40 50 60 70 80
Simulation Time (ns)

10 20 30 40 50 60 70 80
Simulation Time (ns)

0.4

0.35

0.3

0.25

RMSD (nm)
o
N

0.15

0.05

0.4

0.35

0.3

0.25

10 20 30 40 50 60 70
Simulation Time (ns)

10 20 30 40 50 60 70
Simulation Time (ns)



Supporting Information
Text S9

Root Mean Squared Deviation of Heavy Active Site Atoms for N8closed Systems

All values relative to post-minimization structre (pre-equilibration)
common to the triplicate runs.
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All values relative to post-minimization structre (pre-equilibration)

common to the triplicate runs.
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Root Mean Squared Deviation of Heavy Active Site Atoms for N8open Systems

All values relative to post-minimization structre (pre-equilibration)

common to the triplicate runs.
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