Table S3: Data for the DFT calculations illustrated in Figure 4.
	Structure
	Temperature
	G
	JobID
	Link 

	1
	353.15
	0.0
	10005017
	http://hdl.handle.net/10042/195777

	2
	353.15
	-6.2
	100085
	http://hdl.handle.net/10042/195740

	3
	353.15
	-2.7
	100146
	http://hdl.handle.net/10042/195741

	4-TS
	353.15
	17.1
	100086
	http://hdl.handle.net/10042/195742

	5
	353.15
	-10.7
	100147
	http://hdl.handle.net/10042/195743

	6
	353.15
	-5.2
	101999
	http://hdl.handle.net/10042/195744

	7CL
	353.15
	-2.9
	102000
	http://hdl.handle.net/10042/195745

	8CL-TS
	353.15
	30.7
	89629
	http://hdl.handle.net/10042/195746

	9CL
	353.15
	-2.8
	87244
	http://hdl.handle.net/10042/195747

	10CL-TS
	353.15
	13.1
	88875
	http://hdl.handle.net/10042/195739

	11CL
	353.15
	9.4
	89677
	http://hdl.handle.net/10042/195748

	12CL
	353.15
	2.5
	96988
	http://hdl.handle.net/10042/195749

	7CHO
	353.15
	-5.7
	103067
	http://hdl.handle.net/10042/195750

	8CHO-TS
	353.15
	33.4
	102869
	http://hdl.handle.net/10042/195751

	9CHO
	353.15
	-22.1
	103066
	http://hdl.handle.net/10042/195752

	7CO2
	353.15
	-1.5
	102925
	http://hdl.handle.net/10042/195753

	8CO2-TS
	353.15
	7.5
	102870
	http://hdl.handle.net/10042/195754

	9CO2
	353.15
	6.1
	102927
	http://hdl.handle.net/10042/195755

	10CO2-TS
	353.15
	9.9
	102871
	http://hdl.handle.net/10042/195756

	11CO2
	353.15
	-6.5
	103107
	http://hdl.handle.net/10042/195757

	12CO2
	353.15
	-12.7
	103702
	http://hdl.handle.net/10042/195758


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