	Molecule name
	Cp(sol,298) exp
	Cp(sol,298) calc
	Deviation
	Dev. in %

	Azaferrocene
	183.40
	196.40
	-13.00
	-7.09

	Nickelocene
	202.39
	200.70
	1.69
	0.84

	Ferrocene
	195.90
	201.10
	-5.20
	-2.65

	Manganocene
	208.15
	207.20
	0.95
	0.46

	Acetylferrocene
	246.00
	253.40
	-7.40
	-3.01

	1,1'-Diacetylferrocene
	293.90
	301.60
	-7.70
	-2.62

	Benzylferrocene
	312.60
	320.70
	-8.10
	-2.59

	Benzoylferrocene
	313.60
	323.80
	-10.20
	-3.25

	1,1'-Dibenzoylferrocene
	466.10
	450.70
	15.40
	3.30

	Mean
	 
	 
	-3.73
	-1.85

	Standar deviation
	 
	 
	8.95
	3.37


