13srv196 

	Table 1 Crystal data and structure refinement for 13srv196 

	Identification code 
	13srv196

	Empirical formula 
	C12H12O12 x H2O

	Formula weight 
	366.23

	Temperature/K 
	120

	Crystal system 
	monoclinic

	Space group 
	P21/n

	a/Å 
	7.4792(2)

	b/Å 
	13.6254(3)

	c/Å 
	13.1513(3)

	α/° 
	90.00

	β/° 
	90.06(3)

	γ/° 
	90.00

	Volume/Å3 
	1340.21(6)

	Z 
	4

	ρcalcmg/mm3 
	1.815

	m/mm‑1 
	0.170

	F(000) 
	760.0

	Crystal size/mm3 
	0.31 × 0.24 × 0.15

	2Θ range for data collection 
	4.3 to 56°

	Index ranges 
	-9 ≤ h ≤ 9, -18 ≤ k ≤ 17, -17 ≤ l ≤ 14

	Reflections collected 
	12993

	Independent reflections 
	3225[R(int) = 0.1135]

	Data/restraints/parameters 
	3225/0/282

	Goodness-of-fit on F2 
	1.049

	Final R indexes [I>=2σ (I)] 
	R1 = 0.0516, wR2 = 0.1364

	Final R indexes [all data] 
	R1 = 0.0639, wR2 = 0.1448

	Largest diff. peak/hole / e Å-3 
	0.61/-0.36


 

	Table 2 Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 13srv196. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	O1
	-3084(2)
	5172.6(11)
	8925.3(11)
	21.7(3)

	O2
	-2956.9(19)
	5601.7(11)
	7280.1(11)
	23.0(3)

	O3
	-213(2)
	2246.7(11)
	8301.3(12)
	22.3(3)

	O4
	-2774.1(18)
	3046.8(11)
	8589.5(11)
	23.3(3)

	O5
	1515(2)
	2833.1(11)
	10304.2(11)
	21.6(3)

	O6
	3921.8(19)
	2478.1(11)
	9363.0(12)
	24.1(3)

	O7
	4543(2)
	2242.4(11)
	7335.5(12)
	26.6(4)

	O8
	1968(2)
	2610.2(11)
	6640.6(12)
	25.5(4)

	O9
	3244(2)
	5569.7(10)
	5684.5(11)
	19.7(3)

	O10
	4664.2(18)
	4136.2(10)
	5901.1(10)
	17.7(3)

	O11
	376(2)
	3996.3(11)
	5392.4(11)
	21.3(3)

	O12
	-1691.8(17)
	3527.1(10)
	6528.3(10)
	17.6(3)

	C1
	-396(2)
	4833.4(14)
	8050.7(13)
	13.8(4)

	C2
	-26(2)
	3935.1(14)
	8745.0(14)
	13.7(4)

	C3
	2016(2)
	3780.9(14)
	8815.8(13)
	12.9(4)

	C4
	3121(2)
	3786.7(14)
	7811.5(13)
	13.7(4)

	C5
	2515(2)
	4658.8(14)
	7146.8(13)
	12.6(4)

	C6
	467(2)
	4768.5(14)
	6995.3(13)
	13.3(4)

	C7
	-2300(3)
	5216.5(14)
	8027.2(15)
	16.7(4)

	C8
	-1160(3)
	3032.5(14)
	8513.8(14)
	16.6(4)

	C9
	2568(2)
	2947.8(14)
	9514.8(14)
	15.6(4)

	C10
	3148(3)
	2825.8(15)
	7216.2(14)
	16.6(4)

	C11
	3574(2)
	4742.9(14)
	6166.5(14)
	14.1(4)

	C12
	-390(2)
	4018.9(14)
	6290.8(14)
	15.0(4)

	O1W
	-6140(2)
	5974.9(11)
	9305.9(12)
	20.9(3)


 
	Table 3 Anisotropic Displacement Parameters (Å2×103) for 13srv196. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	O1
	20.6(7)
	26.3(8)
	18.2(7)
	1.8(6)
	2.6(6)
	7.3(6)

	O2
	25.2(7)
	24.9(8)
	18.8(7)
	0.8(6)
	-6.4(6)
	9.9(6)

	O3
	18.4(7)
	16.3(7)
	32.3(9)
	-1.4(6)
	-5.2(6)
	-2.1(6)

	O4
	15.9(7)
	25.4(8)
	28.7(8)
	2.1(6)
	-1.1(6)
	-2.9(6)

	O5
	26.0(8)
	23.5(8)
	15.2(7)
	7.2(6)
	1.2(6)
	0.1(6)

	O6
	20.2(7)
	29.8(8)
	22.1(8)
	13.8(6)
	-2.0(6)
	4.5(6)

	O7
	33.8(9)
	23.0(8)
	23.0(8)
	-3.0(6)
	-8.0(7)
	11.3(7)

	O8
	22.6(7)
	21.6(8)
	32.3(9)
	-9.1(6)
	-6.9(6)
	-0.3(6)

	O9
	24.2(7)
	17.8(7)
	17.2(7)
	6.6(5)
	2.4(6)
	1.0(6)

	O10
	18.6(7)
	20.1(7)
	14.2(7)
	3.4(5)
	0.2(5)
	1.7(5)

	O11
	26.1(7)
	26.3(8)
	11.6(7)
	-3.6(5)
	-1.8(5)
	-8.1(6)

	O12
	15.9(6)
	21.2(7)
	15.8(7)
	-2.4(5)
	-3.6(5)
	-1.1(5)

	C1
	15.1(8)
	15.4(9)
	10.9(8)
	-0.6(7)
	-3.2(6)
	0.4(7)

	C2
	14.2(8)
	15.8(9)
	11.1(8)
	1.8(7)
	-2.8(6)
	1.2(7)

	C3
	13.6(8)
	15.7(9)
	9.5(8)
	1.6(6)
	-3.8(6)
	-2.0(7)

	C4
	13.2(8)
	16.6(9)
	11.1(8)
	1.9(7)
	-1.8(6)
	-1.2(7)

	C5
	14.1(8)
	13.3(9)
	10.4(8)
	1.2(6)
	-3.5(6)
	-1.6(7)

	C6
	14.9(8)
	14.6(9)
	10.4(8)
	1.6(6)
	-3.2(6)
	0.5(7)

	C7
	18.2(9)
	15.0(9)
	16.9(9)
	-2.1(7)
	-2.8(7)
	0.6(7)

	C8
	18.0(9)
	19.1(9)
	12.5(9)
	3.2(7)
	-3.3(7)
	-1.3(7)

	C9
	16.7(9)
	17.3(9)
	12.6(9)
	1.3(7)
	-6.3(7)
	-4.4(7)

	C10
	19.0(9)
	17.8(9)
	12.9(9)
	3.1(7)
	2.3(7)
	0.1(7)

	C11
	14.0(8)
	16.0(9)
	12.3(8)
	2.3(7)
	-4.5(7)
	-2.9(7)

	C12
	15.5(8)
	17.9(9)
	11.5(8)
	0.7(7)
	-6.1(7)
	1.5(7)

	O1W
	24.8(8)
	17.7(7)
	20.1(8)
	1.7(6)
	0.7(6)
	3.6(6)


 
	Table 4 Bond Lengths for 13srv196.

	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	O1
	C7
	1.320(2)
	 
	C1
	C2
	1.552(2)

	O2
	C7
	1.217(2)
	 
	C1
	C6
	1.534(2)

	O3
	C8
	1.314(2)
	 
	C1
	C7
	1.517(3)

	O4
	C8
	1.211(2)
	 
	C2
	C3
	1.544(2)

	O5
	C9
	1.313(2)
	 
	C2
	C8
	1.525(3)

	O6
	C9
	1.215(2)
	 
	C3
	C4
	1.559(2)

	O7
	C10
	1.321(2)
	 
	C3
	C9
	1.518(3)

	O8
	C10
	1.198(2)
	 
	C4
	C5
	1.543(2)

	O9
	C11
	1.316(2)
	 
	C4
	C10
	1.526(3)

	O10
	C11
	1.213(2)
	 
	C5
	C6
	1.552(2)

	O11
	C12
	1.314(2)
	 
	C5
	C11
	1.518(2)

	O12
	C12
	1.223(2)
	 
	C6
	C12
	1.520(3)


 

	Table 5 Bond Angles for 13srv196.

	Atom
	Atom
	Atom
	Angle/˚
	 
	Atom
	Atom
	Atom
	Angle/˚

	C6
	C1
	C2
	114.33(15)
	 
	O1
	C7
	C1
	112.56(16)

	C7
	C1
	C2
	116.75(15)
	 
	O2
	C7
	O1
	124.24(17)

	C7
	C1
	C6
	113.40(15)
	 
	O2
	C7
	C1
	122.88(18)

	C3
	C2
	C1
	108.57(15)
	 
	O3
	C8
	C2
	113.57(16)

	C8
	C2
	C1
	114.84(15)
	 
	O4
	C8
	O3
	124.61(19)

	C8
	C2
	C3
	116.89(16)
	 
	O4
	C8
	C2
	121.67(18)

	C2
	C3
	C4
	118.24(14)
	 
	O5
	C9
	C3
	113.90(16)

	C9
	C3
	C2
	113.99(15)
	 
	O6
	C9
	O5
	124.61(18)

	C9
	C3
	C4
	111.91(15)
	 
	O6
	C9
	C3
	121.38(17)

	C5
	C4
	C3
	109.18(15)
	 
	O7
	C10
	C4
	117.81(17)

	C10
	C4
	C3
	115.97(15)
	 
	O8
	C10
	O7
	120.55(19)

	C10
	C4
	C5
	111.98(14)
	 
	O8
	C10
	C4
	121.62(17)

	C4
	C5
	C6
	115.85(15)
	 
	O9
	C11
	C5
	112.08(16)

	C11
	C5
	C4
	112.72(15)
	 
	O10
	C11
	O9
	124.80(17)

	C11
	C5
	C6
	113.55(14)
	 
	O10
	C11
	C5
	123.00(16)

	C1
	C6
	C5
	107.79(14)
	 
	O11
	C12
	C6
	112.33(16)

	C12
	C6
	C1
	114.38(15)
	 
	O12
	C12
	O11
	124.38(17)

	C12
	C6
	C5
	115.40(15)
	 
	O12
	C12
	C6
	123.22(16)


 
	Table 6 Hydrogen Bonds for 13srv196. 

	D
	H
	A
	d(D-H)/Å
	d(H-A)/Å
	d(D-A)/Å
	D-H-A/°

	O9
	H9
	O101
	0.88(3)
	1.79(3)
	2.639(2)
	162(3)

	O1
	H1
	O1W
	0.91(3)
	1.70(3)
	2.584(2)
	164(3)

	O3
	H3
	O22
	0.93(4)
	1.90(4)
	2.735(2)
	149(3)

	O11
	H11
	O63
	0.89(4)
	1.78(4)
	2.655(2)
	167(4)

	O5
	H5
	O124
	0.85(4)
	1.95(4)
	2.796(2)
	177(4)

	O7
	H7
	O45
	0.96(5)
	1.86(5)
	2.818(2)
	170(4)

	O1W
	H1WA
	O86
	0.86(3)
	1.77(3)
	2.626(2)
	172(2)

	O1W
	H1WB
	O47
	0.82(5)
	2.36(5)
	3.178(2)
	175(4)


11-X,1-Y,1-Z; 2-1/2-X,-1/2+Y,3/2-Z; 3-1/2+X,1/2-Y,-1/2+Z; 41/2+X,1/2-Y,1/2+Z; 51+X,+Y,+Z; 6-1/2-X,1/2+Y,3/2-Z; 7-1-X,1-Y,2-Z

 

	Table 7 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for 13srv196. 

	Atom
	x
	y
	z
	U(eq)

	H4
	4330(30)
	3932(16)
	7983(17)
	10(5)

	H9
	4110(40)
	5620(20)
	5240(30)
	43(8)

	H1
	-4170(40)
	5470(20)
	8940(20)
	38(8)

	H3
	-1110(50)
	1780(30)
	8280(30)
	64(10)

	H11
	-240(50)
	3560(30)
	5020(30)
	64(10)

	H5
	2050(40)
	2400(30)
	10660(30)
	54(10)

	H7
	5490(60)
	2440(30)
	7790(40)
	95(15)

	H2
	-490(30)
	4120(17)
	9438(19)
	19(6)

	H6
	280(30)
	5367(18)
	6687(17)
	14(5)

	H5A
	2850(30)
	5229(17)
	7477(16)
	10(5)

	H1A
	200(30)
	5359(18)
	8387(17)
	13(5)

	H3A
	2440(30)
	4349(17)
	9180(17)
	14(5)

	H1WA
	-6510(30)
	6490(20)
	9000(20)
	21(6)

	H1WB
	-6350(60)
	6230(40)
	9860(40)
	95(15)


