Table S4: Data for the DFT calcuations illustrated in Figure 5.
	Structure
	Temperature
	G
	JobID
	Link

	12CL
	353.15
	2.5
	103108
	http://hdl.handle.net/10042/196165

	13CL
	353.155
	-1.6
	91950
	http://hdl.handle.net/10042/195759

	14CL-TS
	353.15
	24.2
	91635
	http://hdl.handle.net/10042/195760

	15CL
	353.15
	2.3
	93054
	http://hdl.handle.net/10042/195761

	16CL
	353.15
	11.9
	93885
	http://hdl.handle.net/10042/195762

	17CL
	353.15
	5.1
	94372
	http://hdl.handle.net/10042/195763

	18CL
	353.15
	3.2
	96333
	http://hdl.handle.net/10042/195764

	13CHO
	353.15
	2.3
	90251
	http://hdl.handle.net/10042/195765

	14CHO-TS
	353.15
	42.7
	98840
	http://hdl.handle.net/10042/195766

	15CHO
	353.15
	-8.9
	99010
	http://hdl.handle.net/10042/195767

	13CO2
	353.15
	9.8
	96987
	http://hdl.handle.net/10042/195768

	14CO2-TS
	353.15
	10.9
	98474
	http://hdl.handle.net/10042/195769

	15CO2
	353.15
	9.9
	98406
	http://hdl.handle.net/10042/195770

	16CO2-TS
	353.15
	11.4
	98232
	http://hdl.handle.net/10042/195771

	17CO2
	353.15
	-9.2
	98414
	http://hdl.handle.net/10042/195772

	18CO2
	353.15
	-9.6
	99732
	http://hdl.handle.net/10042/195773

	19CO2
	353.15
	-7.6
	99607
	http://hdl.handle.net/10042/195774

	20CO2
	353.15
	17.7
	99539
	http://hdl.handle.net/10042/195775

	21CO2
	353.15
	-6.8
	99608
	http://hdl.handle.net/10042/195776


DFT protocol: # rwb97xd/6-31G(d) scrf=(cpcm,solvent=dichloromethane) NoSymm temperature=353.15 K
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