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Table S1. Fractional coordinates for the non-hydrogen atoms in the asymmetric unit of 6 in the final Rietveld refinement.

	Atom
	x/a
	y/b
	z/c

	O
	0.2923(5)
	0.1285(6)
	0.01115(35)

	C(1)
	0.1275(8)
	–0.1150(12)
	0.0844(7)

	C(2)
	0.1490(7)
	0.0701(14)
	0.0031(8)

	C(3)
	0.0185(10)
	0.1808(8)
	–0.0836(7)

	C(4)
	0.2651(8)
	–0.2280(10)
	0.1718(6)

	C(5)
	0.3672(7)
	–0.3178(10)
	0.2468(6)

	C(6)
	0.3110(8)
	0.3037(10)
	–0.0822(7)


Table S2. Fractional coordinates for the non-hydrogen atoms in the asymmetric unit of 7 in the final Rietveld refinement.

	Atom
	x/a
	y/b
	z/c

	C(4)
	0.03053
	-0.05365
	0.15894

	C(5)
	-0.14148
	-0.07635
	0.04675

	C(6)
	0 .17225
	0.02236
	0.11314

	O(7)
	0.06325
	-0.10485
	0.31419

	C(8)
	-0.08916
	-0.18485
	0.34552

	C(9)
	-0.02712
	-0.25323
	0.49617

	C(12)
	-0.19183
	-0.32909
	0.54613

	C(15)
	-0.12952
	-0.40638
	0.68122

	C(18)
	-0.28970
	-0.50335
	0.68963

	C(21)
	-0.23906
	-0.56156
	0.85964

	C(24)
	-0.40673
	-0.64477
	0.88887

	C(27)
	-0.35009
	-0.72455
	1.02218

	C(33)
	0.34918
	0.04571
	0.22853

	C(34)
	0.49756
	0.06628
	032292


Table S3. Internal coordinate descriptions of compounds 6 and 7.  The final three columns contain the atom numbers corresponding to the distance, angle and torsion from the current atom respectively

	Atom
	Distance / Å
	Angle / º
	Torsion / º
	#D
	#A
	#T

	C
	0.0000
	0.0
	0.0
	0
	0
	0

	C
	1.4075
	0.0
	0.0
	1
	0
	0

	C
	1.4000
	60.0
	0.0
	2
	1
	0

	C
	1.4000
	60.0
	180.0
	2
	1
	3

	O
	1.3700
	179.0
	180.0
	2
	1
	3

	C
	1.4400
	115.0
	Variable
	5
	2
	3

	H
	1.0000
	109.5
	180.0
	6
	5
	2

	H
	1.0000
	109.5
	120.0
	6
	5
	7

	H
	1.0000
	109.5
	240.0
	6
	5
	7

	C
	1.4400
	120.0
	0.0
	4
	2
	5

	C
	1.2000
	179.0
	180.0
	10
	4
	2

	H
	1.0000
	179.0
	180.0
	11
	10
	4

	H
	1.0000
	120.0
	180.0
	3
	2
	4 


	Atom
	Distance / Å
	Angle / º
	Torsion / º
	# D
	# A
	# T

	C
	0.000
	0.0
	0.0
	0
	0
	0 

	C
	1.408
	0.0
	0.0
	1
	0
	0 

	C
	1.400
	60.0
	0.0
	2
	1
	0 

	C
	1.400
	60.0
	180.0
	2
	1
	3

	O
	1.370
	179.0
	180.0
	2
	1
	3

	C
	1.440
	115.0
	Variable
	5
	2
	3  

	C
	1.540
	109.5
	Variable
	6
	5
	2

	H
	1.000
	109.5
	120.0
	6
	5
	7

	H
	1.000
	109.5
	240.0
	6
	5
	7

	C
	1.540
	109.5
	Variable
	7
	6
	5

	H
	1.000
	109.5
	120.0
	7
	6
	10

	H
	1.000
	109.5
	240.0
	7
	6
	10

	C
	1.540
	109.5
	Variable
	10
	7
	6

	H
	1.000
	109.5
	120.0
	10
	7
	13

	H
	1.000
	109.5
	240.0
	10
	7
	13

	C
	1.540
	109.5
	Variable
	13
	10
	7

	H
	1.000
	109.5
	120.0
	13
	10
	16

	H
	1.000
	109.5
	240.0
	13
	10
	16

	C
	1.540
	109.5
	Variable
	16
	13
	10

	H
	1.000
	109.5
	120.0
	16
	13
	19

	C
	1.540
	109.5
	Variable
	19
	16
	13

	H
	1.000
	109.5
	120.0
	19
	16
	22

	H
	1.000
	109.5
	240.0
	19
	16
	22

	C
	1.540
	109.5
	Variable
	22
	19
	16

	H
	1.000
	109.5
	120.0
	22
	19
	25

	H
	1.000
	109.5
	240.0
	22
	19
	25

	H
	1.000
	109.5
	180.0
	25
	22
	19

	H
	1.000
	109.5
	120.0
	25
	19
	28

	H
	1.000
	109.5
	240.0
	25
	19
	28

	C
	1.440
	120.0
	0.0
	4
	2
	5

	C
	1.200
	179.0
	180.0
	31
	4
	2

	H
	1.000
	179.0
	180.0
	32
	31
	4

	H
	1.000
	120.0
	180.0
	3
	2
	4


