
Table S5.  Duschinsky mix for selected vibrations of nitrobenzene. 

	
	
	
	
	Anion
	
	
	
	
	
	

	
	ωi
	389
	517
	626
	772
	1009
	1069
	1359
	3144
	3185
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	699
	
	
	-0.9
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	0.413
	0.879
	
	
	
	
	

	Neutral
	1038
	
	
	
	
	0.879
	-0.355
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	0.376
	0.773
	0.464
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	-0.437
	0.831
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	0.94
	0.337

	
	3232
	
	
	
	
	
	
	
	-0.331
	0.938
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