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Table S1
Total Energies calculated at the MPW1PW91/aug-cc-pVDZ and the CBS-4M levels.  Data include zero point energies and thermal corrections to 298 K.

	molecule or complex
	energy/hartree a

	
	MPW1PW91
	CBS-4M

	H
	(0.503159
	0.50193

	CH3CN (S)
	132.681908
	132.543350

	(CH3CN)2 (SS)
	265.368349
	265.092792

	PhOH (2)
	307.324603
	306.993106

	PhO (2r)
	306.691682
	306.349151

	PhOH-CH3CN (2S)
	440.014370
	439.544110

	PhO-CH3CN (2rS)
	439.377357
	438.898525

	cis-1,2-C6H4(OH)2 (3)
	382.538677
	382.146691

	cis-1,2-C6H4(OH)O (3r)
	381.920670
	381.513307

	trans-1,2-C6H4(OH)2 (3’)
	382.532776
	382.140106

	trans-1,2-C6H4(OH)O (3’r)
	381.906466
	381.500388

	1,2-C6H4(OH)2-CH3CN (3S)
	515.223187
	

	1,2-C6H4(OH)O-CH3CN (3rS)
	514.606879
	

	1,2-C6H4(OH)2-(CH3CN)2 (3SS)
	647.911932
	

	1,4-C6H4(OH)2 (4)
	382.535436
	382.143031

	1,4-C6H4(OH)O (4r)
	381.910585
	381.504853

	1,4-C6H4(OH)2- CH3CN (4S)
	515.224008
	

	1,4-C6H4(OH)O-CH3CN (4rS)
	514.596648
	

	1,2,3-C6H3(OH)3 (5)
	457.752976
	457.300170

	1,2,3-C6H3(OH)2O (5r)
	457.144067
	456.676476

	trans-cis-1,2,3-C6H3(OH)3 (5’)
	457.747079
	457.293769

	trans-trans-1,2,3-C6H3(OH)2O (5’r)
	457.120130
	456.651382

	1,3,5-C6H3(OH)3
	457.753577
	457.296770

	1,3,5-C6H3(OH)2O
	457.119176
	456.653177


a 1 hartree corresponds to 2625.5 kJ mol-1.

