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Table S1. Selected bond lengths (Å).
	
	
	Compound 9g
	Compound 9d

	P1
	O2
	1.457(3)
	1.458(2)

	P1
	O3
	1.569(2)
	1.555(2)

	P1
	O4
	1.557(2)
	1.565(2)

	P1
	S1
	2.0900(12)
	2.087(2)

	S1
	C1
	1.846(3)
	1.859(2)

	C1
	C2
	1.544(5)
	1.551(3)

	C2
	C3
	1.498(5)
	1.485(3)

	C3
	C4
	1.533(5)
	1.531(4)

	C4
	C5
	1.516(5)
	1.527(3)

	C5
	C6
	1.509(5)
	1.527(3)

	C6
	C1
	1.543(4)
	1.543(3)

	C1
	C11
	1.531(5)
	1.523(3)

	C2
	O20
	1.190(4)
	1.201(3)

	C3
	C30
	1.529(5)
	–

	C5
	C50
	– 
	1.521(3)

	C11
	O10
	1.189(5)
	1.206(3)

	C11
	O11
	1.318(5)
	1.327(3)

	O11
	C12
	1.457(5)
	1.445(3)

	C12
	C13
	1.326(8)
	1.413(5)

	O3
	C31
	1.473(4)
	1.458(3)

	C31
	C32
	1.517(5)
	1.476(4)

	O4
	C41
	1.432(4)
	1.459(3)

	C41
	C42
	1.534(5)
	1.447(5)


Table S2. Selected bond angles (o).
	
	
	
	Compound 9g
	Compound 9d

	O2
	P1
	O3
	117.75(15)
	111.03(10)

	O2
	P1
	O4
	111.0(2)
	118.79(11)

	O3
	P1
	O4
	102.91(13)
	102.48(10)

	O2
	P1
	S1
	112.68(11)
	113.75(8)

	O3
	P1
	S1
	102.93(10)
	109.84(7)

	O4
	P1
	S1
	108.71(10)
	99.88(8)

	C1
	S1
	P1
	102.07(12)
	103.43(8)

	C11
	C1
	S1
	113.7(2)
	112.39(15)

	C2
	C1
	S1
	104.6(2)
	104.2(2)

	C6
	C1
	S1
	113.1(2)
	113.12(14)

	C11
	C1
	C2
	106.8(3)
	108.0(2)

	C11
	C1
	C6
	109.9(3)
	110.5(2)

	C6
	C1
	C2
	108.3(3)
	108.2(2)

	O20
	C2
	C1
	120.6(3)
	120.1(2)

	O20
	C2
	C3
	122.5(4)
	124.3(2)

	C1
	C2
	C3
	116.8(3)
	115.5(2)

	C2
	C3
	C4
	109.3(3)
	111.3(2)

	C3
	C4
	C5
	111.3(3)
	112.1(2)

	C4
	C5
	C6
	111.4(3)
	110.1(2)

	C5
	C6
	C1
	112.5(3)
	113.1(2)

	C11
	O11
	C12
	114.2(4)
	116.2(2)

	O10
	C11
	O11
	125.7(4)
	124.9(2)

	O10
	C11
	C1
	121.7(4)
	122.6(2)

	O11
	C11
	C1
	112.5(3)
	112.5(2)

	C13
	C12
	O11
	113.1(6)
	110.9(3)

	C31
	O3
	P1
	118.6(2)
	123.5(2)

	O3
	C31
	C32
	110.1(3)
	109.0(2)

	C41
	O4
	P1
	122.7(2)
	120.5(2)

	O4
	C41
	C42
	111.3(3)
	109.4(3)

	C30
	C3
	C2
	111.8(3)
	–

	C30
	C3
	C4
	112.6(3)
	–

	C50
	C5
	C4
	–
	112.2(2)

	C50
	C5
	C6
	–
	110.5(2)


Table S3. Selected torsional angles (o).
	
	
	
	
	Compound 9g
	Compound 9d

	O2
	P1
	S1
	C1
	-17.3(2)
	30.23(12)

	O3
	P1
	S1
	C1
	-145.11(14)
	-94.92(10)

	O4
	P1
	S1
	C1
	106.25(15)
	157.86(10)

	P1
	S1
	C1
	C11
	64.0(3)
	53.7(2)

	P1
	S1
	C1
	C2
	-179.9(2)
	170.33(12)

	P1
	S1
	C1
	C6
	-62.2(3)
	-72.37(15)

	S1
	C1
	C2
	O20
	-113.2(4)
	-115.4(2)

	C11
	C1
	C2
	O20
	7.7(5)
	4.3(3)

	C6
	C1
	C2
	O20
	126.0(4)
	124.0(2)

	S1
	C1
	C2
	C3
	69.9(3)
	68.6(2)

	C11
	C1
	C2
	C3
	-169.3(3)
	-171.7(2)

	O20
	C2
	C3
	C4
	-123.8(4)
	-123.2(3)

	C1
	C2
	C3
	C4
	53.1(4)
	52.6(3)

	C2
	C3
	C4
	C5
	-54.7(5)
	-53.3(3)

	C3
	C4
	C5
	C6
	58.3(5)
	55.4(3)

	C4
	C5
	C6
	C1
	-57.2(4)
	-57.0(2)

	C5
	C6
	C1
	C2
	51.1(4)
	53.5(2)

	C6
	C1
	C2
	C3
	-51.0(4)
	-52.0(3)

	S1
	C1
	C6
	C5
	-64.3(4)
	-61.4(2)

	C11
	C1
	C6
	C5
	167.5(3)
	171.6(2)

	C12
	O11
	C11
	C1
	178.0(4)
	176.4(2)

	C12
	O11
	C11
	O10
	0.4(7)
	-1.5(4)

	S1
	C1
	C11
	O10
	-155.5(4)
	-144.8(2)

	C2
	C1
	C11
	O10
	89.7(5)
	100.9(3)

	C6
	C1
	C11
	O10
	-27.6(5)
	-17.3(3)

	S1
	C1
	C11
	O11
	26.8(4)
	37.3(2)

	C2
	C1
	C11
	O11
	-88.0(4)
	-77.1(2)

	C6
	C1
	C11
	O11
	154.7(3)
	164.7(2)

	C11
	O11
	C12
	C13
	178.6(6)
	-145.6(3)

	S1
	P1
	O3
	C31
	76.2(3)
	-54.5(2)

	O2
	P1
	O3
	C31
	-48.4(3)
	178.8(2)

	O4
	P1
	O3
	C31
	-170.8(2)
	51.0(2)

	P1
	O3
	C31
	C32
	140.7(3)
	-171.7(2)

	S1
	P1
	O4
	C41
	60.4(3)
	-75.0(2)

	O2
	P1
	O4
	C41
	-175.1(3)
	49.2(2)

	O3
	P1
	O4
	C41
	-48.2(3)
	171.9(2)

	P1
	O4
	C41
	C42
	-165.3(2)
	144.1(3)

	C30
	C3
	C2
	C1
	178.5(3)
	–

	C30
	C3
	C4
	C5
	-179.6(4)
	–

	C30
	C3
	C2
	O20
	1.6(6)
	–

	O3
	C31
	C32
	C35
	-176.6(3)
	–

	O4
	C41
	C42
	C45
	177.9(4)
	–

	C50
	C5
	C4
	C3
	–
	178.9(2)

	C50
	C5
	C6
	C1
	–
	178.5(2)

	C4
	C5
	C50
	C51
	–
	117.7(2)

	C6
	C5
	C50
	C51
	–
	-119.0(2)


Table S4. Hydrogen-bonding geometry (Å, o) (H(Y not greater then 2.80 Å).
	D(H(A
	D(H
	H(A
	D(A
	D(H(A

	
	Compound 9g
	

	C6(H61(O2
	0.970
	2.580
	3.262(4)
	127.4

	C6(H62(O10
	0.970
	2.448
	2.778(6)
	99.5

	C12(H121(O10
	0.970
	2.590
	2.633(8)
	81.8

	C12(H122(O10
	0.970
	2.559
	2.633(8)
	83.6

	C13(H132(O10i
	0.960
	2.668
	3.617(9)
	170.4

	C30(H301(O20
	0.960
	2.717
	2.738(5)
	81.1

	C30(H302(O20
	0.960
	2.641
	2.738(5)
	85.5

	C31(H311(O2
	0.970
	2.694
	3.137(5)
	108.3

	C31(H312(O2i
	0.970
	2.568
	3.459(5)
	152.8

	C33(H331(O3
	0.960
	2.638
	2.895(4)
	95.7

	C34(H342(O3
	0.960
	2.652
	2.960(5)
	99.1

	C35(H351(O2i
	0.960
	2.708
	3.584(5)
	152.1

	C41(H411(O3
	0.970
	2.716
	2.918(5)
	92.1

	C43(H432(O4
	0.960
	2.701
	2.952(5)
	95.5

	C43(H433(O20ii
	0.960
	2.674
	3.534(6)
	149.3

	C44(H443(O4
	0.960
	2.584
	2.892(6)
	98.9

	C45(H452(O20ii
	0.960
	2.739
	3.587(7)
	147.5

	
	Compound 9d
	

	C4(H41(O20iii
	0.970
	2.772
	3.584(4)
	141.8

	C6(H61(O2
	0.970
	2.436
	3.205(3)
	136.0

	C6(H62(O10
	0.970
	2.508
	2.772(3)
	95.3

	C6(H62(O20iii
	0.970
	2.720
	3.555(3)
	144.6

	C12(H121(O10
	0.970
	2.306
	2.674(5)
	101.6

	C12(H122(O2iv
	0.970
	2.617
	3.543(4)
	160.0

	C31(H312(O4
	0.970
	2.591
	2.959(4)
	102.6

	C32(H323(O2iv
	0.960
	2.761
	3.616(4)
	148.7

	C41(H411(O10v
	0.970
	2.795
	3.629(4)
	144.6

	C41(H411(O2v
	0.970
	2.748
	3.326(4)
	118.8


Symmetry codes: (i) -1 + x, y, z; (ii) 0.5 - x, 1 - y, -0.5 + z; (iii) 1 - x, 1 - y, 1 - z;
(iv) 0.5 - x, -0.5 + y, 0.5 - z; (v) 0.5 - x, 0.5 + y, 0.5 - z.

Table S5. Asymmetry parameters for six-membered ring C1,C2,C3,C4,C5,C6.
	
	Compound 9g
	Compound 9d

	CsC1=CsC4
	3.2(7)
	2.9(5)

	CsC2=CsC5
	2.5(8)
	1.0(5)

	CsC3=CsC6
	5.6(8)
	2.8(5)

	C2C1-C2=C2C4-C5
	2.3(9)
	2.7(4)

	C2C2-C3=C2C5-C6
	5.7(8)
	1.6(5)

	C2C3-C4=C2C6-C1
	5.7(9)
	4.1(5)


Table S6. Weighted least-squares planes:
Plane1
-
C1, C3, C4, C6,
Plane2
-
C1, C2, C3,
Plane3
-
C4, C5, C6,
Plane4
-
C50, C51, C52, C53, C54, C55.

	
	Plane1
	Plane2
	Plane3
	Plane4

	
	Comp. 9g
	Comp. 9d
	Comp. 9g
	Comp. 9d
	Comp. 9g
	Comp. 9d
	Comp. 9d

	
	Distances (Å) of selected atoms from the plane

	S1
	1.677(1)
	1.717(1)
	-1.677(1)
	-1.678(1)
	-2.826(1)
	-2.841(1)
	1.406(1)

	C1
	-0.010(4)
	0.004(2)
	0.000(3)
	0.000(1)
	-1.198(3)
	-1.193(1)
	1.324(1)

	C2
	-0.595(4)
	-0.606(2)
	0.000(3)
	0.000(1)
	-1.255(3)
	-1.211(1)
	0.000(1)

	C3
	0.010(4)
	-0.006(2)
	0.000(3)
	0.000(1)
	-1.216(3)
	-1.171(1)
	-1.243(2)

	C4
	-0.010(4)
	0.006(2)
	1.157(4)
	1.134(1)
	0.000(4)
	0.000(1)
	-1.257(2)

	C5
	0.669(4)
	0.674(2)
	1.097(3)
	1.112(1)
	0.000(3)
	0.000(1)
	-0.001(1)

	C6
	0.010(4)
	-0.004(2)
	1.138(3)
	1.155(1)
	0.000(3)
	0.000(1)
	1.244(1)

	C11
	-0.952(4)
	-0.858(2)
	0.273(4)
	0.207(1)
	-0.979(4)
	-1.031(1)
	2.467(1)

	O20
	-1.520(4)
	-1.546(2)
	0.056(3)
	0.071(1)
	-1.271(3)
	-1.185(1)
	0.024(1)

	C30
	-0.678(4)
	–
	0.038(4)
	–
	-1.240(4)
	–
	–

	C50
	–
	0.664(2)
	–
	2.253(1)
	–
	1.177(1)
	-0.003(1)

	
	Dihedral angles (o) between planes

	
	Plane1 /
	Plane2
	48.30(26)
	48.23(15)
	Plane1 /
	Plane4
	88.91(7)

	
	Plane1 /
	Plane3
	51.74(28)
	50.34(14)
	Plane2 /
	Plane4
	88.84(10)

	
	Plane2 /
	Plane3
	3.46(35)
	2.17(20)
	Plane3 /
	Plane4
	88.36(10)


