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	Experiment
	T (°C)
	Svib298.15 (J mol-1 K-1)
	
	corr (cm-1)
	corrdis (cm-1)
	Hdis
(kJ/mol)

	120853
	600
	
	
	24.3
	0
	2.8 a)

	DB_4
	850
	
	
	
	
	

	DB_2
	920
	
	
	
	
	

	DB_3
	950
	
	
	
	
	

	DB_1
	1000
	
	
	
	
	

	DB_5
	1050
	
	
	35.8
	11.5
	10.2 b)

	120853-dis
	1100
	
	
	38.2
	13.9
	11.8 b)

	DB_6
	1150
	
	
	35.9
	11.6
	10.3 b)


a) DFT value
b) Hdis = 2.8 + 0.671*corrdis, see text

