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Table S4

Calculated (DFT/B3LYP/6-31G**) frequencies ((/ cm-1), IR intensities (IIR/ km mol-1) and Potential Energy Distributions (PED) for conformer III of DMFU.

	Approximate

description
	Calculated
	
	

	
	(
	IIR
	PED

	(C-H asym
	3236.6
	    0.3
	(C-H asym (100)

	(C-H sym
	3231.1
	    0.0
	(C-H sym (99)

	(CH3 asym (1)
	3177.7
	    0.0
	(CH3 asym (1)(98)

	(CH3 asym (2)
	3177.7
	  25.8
	(CH3 asym (2)(98)

	(CH3 asym’ (2)
	3143.6
	  38.9
	(CH3 asym’ (2)(100)

	(CH3 asym’ (1)
	3143.6
	    0.0
	(CH3 asym’ (1)(100)

	(CH3 sym (1)
	3066.0
	    0.0
	(CH3 sym (1)(98)

	(CH3 sym (2)
	3065.9
	  55.6
	(CH3 sym (2)(98)

	(C=O sym
	1809.9
	    0.0
	(C=O sym (77)

	(C=O asym
	1804.1
	475.3
	(C=O asym (87)

	(C=C
	1703.0
	    0.0
	(C=C (68), (C=O sym (12), (CH sym (12)

	(CH3 asym (1)
	1509.8
	    0.0
	(CH3 asym (1)(20), (CH3 sym (1)(11)

	(CH3 asym (2)
	1509.7
	  13.7
	(CH3 asym (2)(79), (CH3 sym (2)(12)

	(CH3 asym’ (1)
	1495.7
	    0.0
	(CH3 asym’ (1)(94)

	(CH3 asym’ (2)
	1495.6
	  12.8
	(CH3 asym’ (2)(94)

	(CH3 sym (1)
	1482.4
	    0.0
	(CH3 sym (1)(82)

	(CH3 sym (2)
	1482.0
	  28.0
	(CH3 sym (2)(83)

	(C-O sym
	1334.9
	    0.0
	(C-O sym (33), (C-C sym (23), (C=O sym (19), (CC=C sym (13)

	(CH sym
	1314.7
	    0.0
	(CH sym (76), (C=C (13)

	(C-C asym
	1290.1
	721.6
	(C-O asym (36), (CH asym (21), (C-C asym (19), (C=O asym (15)

	(CH asym
	1255.6
	218.8
	(CH asym (64), (C-C asym (15)

	(CH3 sym
	1212.4
	    0.0
	(CH3 sym (78)

	(CH3 asym
	1210.1
	  36.0
	(CH3 asym (73)

	(CH3’ asym
	1178.8
	    0.0
	(CH3’ asym (93)

	(CH3’ sym
	1178.7
	    1.4
	(CH3’ sym (93)

	(C-O(CH3) sym
	1077.7
	    0.0
	(C-O(CH3) sym (74)

	(C-O(CH3) asym
	1068.7
	119.3
	(C-O(CH3) asym (74), (C-C asym (19)

	(C-H sym
	1035.0
	  31.3
	(C-H sym (106)

	(C-H asym
	  916.4
	    0.0
	(C-H asym (85), (C=O asym (24)

	(C-O asym
	  891.2
	  21.6
	(C-O asym (38), (C-C asym (18), (C-O(CH3) asym (15)

	(C-C sym
	  869.5
	    0.0
	(C-O sym (46), (C-O(CH3) sym (14), (C-C sym (11)

	(C=O sym
	  777.6
	  26.6
	(C=O sym (90), (C=C (17)

	(CC=C sym
	  754.6
	    0.0
	(CC=C sym (28), (C=O sym (20), (CCO sym (19), (COC sym (12)

	(C=O asym
	  676.7
	  17.6
	(C=O asym (47), (C-C asym (24), (COC asym (14)

	(C=O asym
	  634.7
	    0.0
	(C=O asym (76), (C-H asym (21)

	(CCO asym
	  525.2
	  10.3
	(CCO asym (48), (CC=C asym (17), (C=O asym (15)

	(C=O sym
	  408.7
	    0.0
	(C=O sym (52), (C-C sym (19), (CCO sym (13)

	(COC sym
	  315.7
	    0.0
	(COC sym (62), (CC=C sym (15), (C-C sym (15)

	(COC asym
	  308.9
	  35.5
	(COC asym (65), (C=O asym (16)

	(C-O sym
	  228.3
	  15.1
	(C-O sym (57), (C=C (39)

	(C-O asym
	  196.3
	    0.0
	(C-O asym (72), (C-C asym (33)

	(CCO sym
	  189.2
	    0.0
	(CCO sym (53), (CC=C sym (27)

	(CH3 asym
	  131.0
	    0.0
	(CH3 asym (77), (C-C asym (20)

	(CH3 sym
	  124.9
	    0.2
	(CH3 sym (95)

	(CC=C asym
	    99.5
	    0.0
	(CC=C asym (69), (CCO asym (23)

	(C-C asym 
	    99.5
	    2.0
	(C-C asym (52), (C-O asym (28), (CH3 asym(21)

	(C=C 
	    78.5
	    0.5
	(C=C (57),(C-O sym (45)

	(C-C sym
	    40.8
	    3.9
	(C-C sym (109)


