Table S.1 Experimental and calculated values (Β3LYP/6-31G) of bond lengths and angles for Ζ-2-p-methoxyaurone

	
	Bond length (Å)
	
	Angle (degο)

	
	Exp.
	Theor.
	
	Exp.
	Theor.

	C19-O18
C15-O18
C15-C14
C14-C13
C13-C12
C12-C17
C17-C16
C16-C15
C11-C12
C10-C11
C10-O9
O9-C8
C8-C3
C3-C2
C2-C10
C2-O1
C3-C4
C4-C5
C5-C6
C6-C7
C7-C8
	1.43

1.36

1.39

1.38

1.40

1.40

1.37

1.39

1.45

1.33

1.40

1.38

1.39

1.46

1.48

1.23

1.39

1.38

1.40

1.38

1.38
	1.454

1.385

1.403

1.395

1.412

1.420

1.387

1.407

1.450

1.350

1.425

1.407

1.400

1.472

1.484

1.251

1.398

1.398

1.409

1.402

1.388
	C19O18C15
C15C14C13
C14C13C12
C13C12C17
C12C17C16
C17C16C15
C16C15C14
C12C11C10
C11C10C2
C3C2O1
C10O9C8
O9C8C3
C8C3C2
C3C2C10
C2C10O9
C7C8C3
C8C3C4
C3C4C5
C4C5C6
C5C6C7
C6C7C8
	115.5

118.7

122.7

117.3

120.4

120.9

119.9

131.8

125.7

130.0

107.0

112.9

106.7

104.5

109.0

122.9

120.2

117.8

120.7

122.3

116.1
	115.6

119.2

121.8

117.8

120.8

120.3

120.1

130.5

126.8

129.0

106.9

111.7

107.6

104.7

109.1

123.0

120.0

118.2

120.6

121.7

116.4
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Structure of Ζ-2-p-methoxyaurone
_1266329046.cdx

