Table S4. MD simulations.  RMSD (Å) and radius of gyration (Å) of the so-called ‘stable’ adducts.
	
	RMSD
	Radius of Gyration

	
	Average
	Std
	Average
	Std

	C-1
	DCH
	5.6
	0.4
	17.5
	0.5

	
	DHI
	7.2
	0.5
	17.1
	0.4

	
	DOP
	5.6
	0.5
	16.7
	0.2

	
	DOP-H
	6.1
	0.4
	16.5
	0.3

	
	DQ
	7.0
	0.6
	18.4
	0.2

	
	IQ
	5.8
	0.2
	18.0
	0.4

	
	LEUK
	9.9
	0.3
	16.1
	0.2

	C-2
	DOP-H
	10.0
	0.5
	20.4
	0.4

	C-3
	DOP
	8.8
	0.6
	20.5
	0.3

	
	DQ
	10.1
	0.3
	18.3
	0.3

	
	IQ
	8.2
	1.0
	19.5
	0.2

	C-4
	DCH
	10.2
	1.5
	19.9
	0.5

	
	DHI
	10.4
	0.4
	17.6
	0.2

	
	DOP
	7.9
	0.7
	20.1
	0.9

	
	DOP-H
	10.8
	1.1
	20.1
	0.6

	
	DQ
	9.1
	0.8
	22.5
	0.7

	
	IQ
	7.5
	0.4
	23.0
	0.8

	C-5
	DCH
	7.6
	0.6
	24.7
	0.4

	
	DOP-H
	6.9
	0.3
	25.8
	0.5

	
	IQ
	11.1
	0.5
	24.5
	1.0

	C-6
	DCH
	13.1
	0.6
	27.1
	0.7

	
	DHI
	6.2
	0.5
	27.4
	0.4

	
	DOP
	8.0
	1.0
	25.2
	1.5

	
	DOP-H
	12.1
	0.8
	25.6
	1.8

	
	DQ
	8.7
	0.5
	24.8
	0.7

	
	IQ
	7.2
	1.2
	26.1
	0.4

	MD

Derived
	DCH
	3.8
	0.3
	15.3
	0.1

	
	DHI
	3.6
	0.2
	15.1
	0.1

	
	DOP
	5.7
	0.8
	16.3
	0.4

	
	DOP-H
	4.8
	0.5
	16.8
	0.3

	
	DQ
	4.0
	0.3
	15.3
	0.2


