	
	A (kJ/mol)
	B (1/Å)	
	C (kJ/mol Å^6)

	N…N
	1123827
	3.98
	1604.1

	Cl…N
	2339577
	4.00
	3335.6

	Cl…Cl
	3789880
	3.98
	7063.1

	Cc…N
	597599
	3.88
	1625.0

	Cn…N
	532334
	4.01
	1625.0

	Cl…Cc
	1467509
	3.88
	3415.5

	Cl…Cn
	1288322
	3.99
	3415.5

	Cc…Cc
	477635
	4.64
	1656.6

	Cn…Cn
	316662
	4.17
	1656.6

	Cc…Cn
	366071
	4.46
	1656.6


[bookmark: _GoBack][image: ]Table of parameters provided by David Bowskill Feb 2018, converting archived input files into kJ/mol using a conversion of 96.485 kJ/mol to 1 eV.  Changes in conversion factors account for the variation in C, relative to the ESI table below.  However, the differences in the B values for the C…C parameters probably mean that the Table in the ESI corresponded to a different model than that used to generate the results, with different A values for many interactions.  Since David Bowskill was able to reproduce published results much better with the parameters above than with the published parameters, we apologise for the error in the publication. 
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Ao A Bu [ P P2 P2 G/
P omat AT /A /A /A /A LS
NN 1242258 398 0147641 0147641 0120118 0120118 16043
CLLN 2586127 400 0049824 -0147641 -0.12809 0120118 33360
CL.CI 4189265 398 0049824 0049824 -0.128090 -0.128090 7063.
Cc.N 660256 388 0000000 -0.147641 0000000 0120118 16252
Cv.N 588432 401 0000000 -0.147641 0000000 0120118 16252
Cl.Cc 1622159 388 0049824 0000000 -0.12809 0000000 34159
Cl.Cy 1424083 399 0049824 0000000 -0.12809 0000000 34159
Cc.Cc 527969 376 0000000 0000000 0000000 0000000 16568
Cy..Cy 350033 404 0000000 0000000 0000000 0000000 16568
Cc.Cy 404643 387 0000000 0000000 0000000 0000000 16568





