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Usage: 
�1�Exploration of 
correlated variables 
�2�Validation of the system 
having reached equilibrium. 
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Onsager’s regression of spontaneous fluctuations: 
A consequence of Fluctuation-Dissipation Theorem. 
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Computing vibrational spectra from ab initio molecular dynamics  
Phys. Chem. Chem. Phys., 2013, 15, 6608--6622 
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V (x) = c1 + c2x + c3x
2 + c4x

3 + c5x
4

c1	 9.134	
c2	 -10.201	
c3	 4.542	
c4	 -0.744	
c5	 0.04	

dt =      4.134137 
m =1837.152556 
T0 =      0.316678E-5 
x0 =      1.32281 
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