Table S1    HPLC peak retention times, masses (amu), and assignments of  [76]fullerene derivatives, from four runs 

	Time/

min
	run 1
	run 2
	run 3
	run 4
	assignments

	6.1
	
	  
	c
	
	d

	7.1
	954
	
	
	
	C76(CH2)3

	
	984
	
	 
	
	C76(CH2)4O

	8.0
	940
	
	940
	
	C76(CH2)2

	
	970
	
	
	
	C76(CH2)3O

	
	
	
	
	1004
	C76Me4O2

	9.1
	940
	
	 
	
	C76(CH2)2

	
	956
	
	
	
	C76(CH2)2O

	9.7a
	928
	b
	928
	928
	C76CH2H2

	
	942
	 
	942
	942
	C76Me2

	
	954
	
	954
	
	C76(CH2)3

	
	
	 
	958
	958
	C76Me2O

	 
	
	
	974
	
	C76Me2O2

	11.2
	940
	
	940
	940
	C76(CH2)2

	
	968
	
	 
	968
	C76(CH2)4

	20.8
	1002
	
	
	
	C76Me6 


a,b These fractions were recycled as described in the text.

c  Complex spectrum.

d  Polymethyls and hydrogenated derivatives.

Table S2  Calculated relative heats of formation of dimethyl [76]fullerenes

	Relative energies, kcal/mol

	hex-hex
	AM1
	DFT

	14,15
	2.31
	1.99

	2,3
	3.63
	0b

	1,6
	4.68
	0.61

	4,5
	10.1
	6.05

	12,13
	16.9
	10.85

	11,28
	34.6
	12.6

	29,30
	35.7
	16.5

	hex-pent
	
	

	31,32
	19.35
	16.9

	16,17
	19.3
	7.7

	11,12
	24.9
	6.95

	13,30
	25.4
	15.4

	1,2
	25.1
	12.8

	para
	
	

	11,30
	0.73
	1.73

	2,14
	0a
	4.27

	17,35
	4.53
	5.12

	16,36
	6.01
	5.13

	2,5
	3.65
	4.58

	3,6
	4.56
	5.25

	1,4
	7.27
	8.02

	12,15
	8.35
	9.63

	3,13
	13.4
	11.0


a 1260.50 kcal/mol    b  683.0 kcal/mol

