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ELECTRONIC SUPPLEMENTARY INFORMATION

Input data for complex 2a (DNMR program). Initial values.
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Input data for complex 2c (gNMR program).

Molecule 1 (mayor isomer)

	
	Nucleus
	
	
	J(Hz)

	
	Name
	n
	∂(ppm)
	w(Hz)
	1
	2
	3
	4

	1
	1H
	1
	5.311
	2.97
	
	
	
	

	2
	1H
	1
	4.983
	2.90
	17.01
	
	
	

	3
	1H
	1
	5.311
	2.97
	0.00
	0.00
	
	

	4
	1H
	1
	4.983
	2.90
	0.00
	0.00
	17.01
	


Molecule 2 (minor isomer)

	
	Nucleus
	
	
	J(Hz)

	
	Name
	n
	∂(ppm)
	w(Hz)
	1
	2
	3
	4

	1
	1H
	1
	5.356
	2.98
	
	
	
	

	2
	1H
	1
	5.111
	2.60
	17.03
	
	
	

	3
	1H
	1
	5.356
	2.98
	0.00
	0.00
	
	

	4
	1H
	1
	5.111
	2.60
	0.00
	0.00
	17.03
	


Exchange

	
	P1
	P2
	P3
	P4

	Rate
	0.1
	-1
	-1
	-1

	ITER?
	Variable
	Variable
	Variable
	Variable

	1-1
	2-1
	2-2
	1-2
	1-1

	1-2
	2-2
	2-1
	1-1
	1-2

	1-3
	2-4
	2-3
	1-4
	1-3

	1-4
	2-3
	2-4
	1-3
	1-4

	2-1
	1-1
	1-2
	2-1
	2-2

	2-2
	1-2
	1-1
	2-2
	2-1

	2-3
	1-4
	1-3
	2-3
	2-4

	2-4
	1-3
	1-4
	2-4
	2-3


