13srv089 

	Table 1 Crystal data and structure refinement for 13srv089 

	Identification code 
	13srv089

	Empirical formula 
	Ca(C10H10O8) x 7H2O

	Formula weight 
	424.37

	Temperature/K 
	120

	Crystal system 
	monoclinic

	Space group 
	P21/c

	a/Å 
	12.3998(3)

	b/Å 
	11.5540(3)

	c/Å 
	12.3824(3)

	α/° 
	90.00

	β/° 
	108.652(3)

	γ/° 
	90.00

	Volume/Å3 
	1680.81(8)

	Z 
	4

	ρcalcmg/mm3 
	1.677

	m/mm‑1 
	0.454

	F(000) 
	896.0

	Crystal size/mm3 
	0.403 × 0.28 × 0.149

	2Θ range for data collection 
	5.36 to 59°

	Index ranges 
	-17 ≤ h ≤ 17, -16 ≤ k ≤ 15, -17 ≤ l ≤ 17

	Reflections collected 
	32700

	Independent reflections 
	4669[R(int) = 0.0458]

	Data/restraints/parameters 
	4669/92/331

	Goodness-of-fit on F2 
	1.113

	Final R indexes [I>=2σ (I)] 
	R1 = 0.0353, wR2 = 0.0779

	Final R indexes [all data] 
	R1 = 0.0407, wR2 = 0.0801

	Largest diff. peak/hole / e Å-3 
	0.52/-0.25


 

	Table 2 Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 13srv089. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Ca1
	250.5(2)
	7869.2(3)
	370.4(2)
	8.71(7)

	O1
	1981.2(9)
	9002.2(9)
	776.9(9)
	10.0(2)

	O2
	2917.8(9)
	8304.9(10)
	-341.5(9)
	12.8(2)

	O3
	3606.9(10)
	8624.9(10)
	4012.2(10)
	13.2(2)

	O4
	3808.4(10)
	7545.5(9)
	2591.2(10)
	12.1(2)

	O5
	6317.1(11)
	8465.4(11)
	4750.9(10)
	16.2(2)

	O6
	6707.3(10)
	7608.3(10)
	3295.4(10)
	14.9(2)

	O7
	8152.6(9)
	9565.3(9)
	2346.6(9)
	10.7(2)

	O8
	7201.6(9)
	8364.3(10)
	984.2(10)
	13.7(2)

	C1
	3964.0(12)
	9474.2(12)
	1257.3(12)
	7.6(3)

	C2
	3985.6(12)
	9625.3(12)
	2497.7(12)
	7.8(3)

	C3
	5093.3(12)
	10214.4(12)
	3227.9(12)
	8.2(3)

	C4
	6172.4(12)
	9627.3(13)
	3132.6(12)
	8.2(3)

	C5
	6118.5(12)
	9560.6(12)
	1871.0(12)
	7.7(3)

	C6
	5052.3(12)
	8916.5(13)
	1149.4(12)
	8.3(3)

	C7
	2882.1(13)
	8866.2(12)
	517.2(12)
	8.5(3)

	C8
	3797.4(12)
	8490.2(13)
	3019.7(12)
	8.5(3)

	C9
	6417.7(12)
	8453.2(13)
	3715.9(13)
	10.1(3)

	C10
	7223.0(12)
	9110.8(13)
	1722.1(12)
	9.0(3)

	O1W
	-806.2(10)
	7168.6(10)
	1619.1(10)
	12.7(2)

	O2W
	-83.8(10)
	9495.3(11)
	1425.5(11)
	15.6(2)

	O3W
	1627.2(10)
	6659(1)
	1613.8(10)
	15.4(2)

	O4W
	-721.9(11)
	6145.1(10)
	-481.6(10)
	16.5(2)

	O5W
	-1362.1(10)
	8737.1(10)
	-986.8(10)
	13.7(2)

	O6W
	821.7(10)
	7444.3(10)
	-1264.7(10)
	12.6(2)

	O7W
	1536.4(11)
	9890.2(11)
	3954.0(11)
	19.0(3)


 

	Table 3 Anisotropic Displacement Parameters (Å2×103) for 13srv089. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Ca1
	7.79(13)
	8.98(13)
	9.56(13)
	-0.87(10)
	3.06(10)
	-0.17(10)

	O1
	7.5(5)
	10.5(5)
	12.4(5)
	-1.4(4)
	3.8(4)
	-0.5(4)

	O2
	9.5(5)
	16.4(5)
	12.4(5)
	-5.0(4)
	3.5(4)
	0.1(4)

	O3
	17.9(6)
	12.6(5)
	12.2(5)
	0.6(4)
	9.1(4)
	-2.7(4)

	O4
	13.2(5)
	8.8(5)
	15.4(5)
	0.3(4)
	6.0(4)
	0.4(4)

	O5
	20.5(6)
	16.9(6)
	13.2(5)
	6.7(4)
	8.4(5)
	5.5(5)

	O6
	16.8(6)
	12.2(5)
	14.2(5)
	1.1(4)
	3.1(4)
	3.5(4)

	O7
	7.2(5)
	12.9(5)
	11.4(5)
	-1.8(4)
	2.3(4)
	-0.9(4)

	O8
	9.9(5)
	16.1(5)
	15.0(5)
	-6.5(4)
	3.8(4)
	-0.6(4)

	C1
	7.1(6)
	7.5(6)
	8.2(6)
	0.1(5)
	2.6(5)
	0.0(5)

	C2
	7.4(6)
	7.8(6)
	8.5(6)
	-0.6(5)
	3.0(5)
	0.3(5)

	C3
	8.4(6)
	8.0(6)
	8.3(6)
	-0.7(5)
	2.6(5)
	-0.4(5)

	C4
	7.6(6)
	8.7(6)
	8.2(6)
	0.0(5)
	2.2(5)
	-0.3(5)

	C5
	7.1(6)
	7.7(6)
	8.6(6)
	-0.2(5)
	2.9(5)
	0.3(5)

	C6
	5.7(6)
	10.6(6)
	8.4(6)
	-0.3(5)
	2.0(5)
	-0.1(5)

	C7
	9.0(6)
	6.9(6)
	9.4(6)
	1.8(5)
	2.6(5)
	1.2(5)

	C8
	5.2(6)
	11.3(6)
	9.1(6)
	0.7(5)
	2.4(5)
	0.1(5)

	C9
	5.6(6)
	12.2(7)
	11.5(7)
	1.4(5)
	1.5(5)
	-0.4(5)

	C10
	8.8(6)
	9.3(6)
	9.1(6)
	1.2(5)
	3.2(5)
	0.3(5)

	O1W
	10.8(5)
	13.1(5)
	14.6(5)
	-0.5(4)
	4.7(4)
	-0.5(4)

	O2W
	13.3(6)
	16.0(6)
	20.5(6)
	-7.4(5)
	9.6(5)
	-4.1(5)

	O3W
	10.3(5)
	11.2(5)
	22.1(6)
	4.2(4)
	1.7(5)
	-0.4(4)

	O4W
	22.1(6)
	14.4(5)
	12.2(5)
	-1.5(4)
	4.2(5)
	-7.2(5)

	O5W
	12.0(5)
	8.9(5)
	18.3(6)
	-1.6(4)
	2.0(4)
	0.6(4)

	O6W
	11.2(5)
	16.0(5)
	10.6(5)
	-1.0(4)
	3.5(4)
	-2.6(4)

	O7W
	16.8(6)
	11.6(5)
	31.0(7)
	-0.3(5)
	11.1(5)
	1.2(5)


 
	Table 4 Bond Lengths for 13srv089.

	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Ca1
	O1
	2.4252(11)
	 
	O7
	C10
	1.2776(18)

	Ca1
	O1W
	2.4614(12)
	 
	O8
	C10
	1.2506(18)

	Ca1
	O2W
	2.3990(12)
	 
	C1
	C2
	1.538(2)

	Ca1
	O3W
	2.3577(12)
	 
	C1
	C6
	1.539(2)

	Ca1
	O4W
	2.3919(12)
	 
	C1
	C7
	1.532(2)

	Ca1
	O5W
	2.3830(12)
	 
	C2
	C3
	1.540(2)

	Ca1
	O6W
	2.3998(12)
	 
	C2
	C8
	1.513(2)

	O1
	C7
	1.2671(18)
	 
	C3
	C4
	1.538(2)

	O2
	C7
	1.2583(18)
	 
	C4
	C5
	1.544(2)

	O3
	C8
	1.3327(18)
	 
	C4
	C9
	1.521(2)

	O4
	C8
	1.2156(18)
	 
	C5
	C6
	1.531(2)

	O5
	C9
	1.3268(19)
	 
	C5
	C10
	1.530(2)

	O6
	C9
	1.2135(19)
	 
	 
	 
	 


 

	Table 5 Bond Angles for 13srv089.

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

	O1
	Ca1
	O1W
	131.35(4)
	 
	C7
	C1
	C6
	112.37(12)

	O2W
	Ca1
	O1
	76.10(4)
	 
	C1
	C2
	C3
	111.34(12)

	O2W
	Ca1
	O1W
	72.30(4)
	 
	C8
	C2
	C1
	111.88(12)

	O2W
	Ca1
	O6W
	140.24(4)
	 
	C8
	C2
	C3
	111.27(12)

	O3W
	Ca1
	O1
	77.10(4)
	 
	C4
	C3
	C2
	113.23(12)

	O3W
	Ca1
	O1W
	79.31(4)
	 
	C3
	C4
	C5
	110.02(12)

	O3W
	Ca1
	O2W
	108.90(4)
	 
	C9
	C4
	C3
	113.80(12)

	O3W
	Ca1
	O4W
	87.23(4)
	 
	C9
	C4
	C5
	111.92(12)

	O3W
	Ca1
	O5W
	168.27(4)
	 
	C6
	C5
	C4
	111.38(12)

	O3W
	Ca1
	O6W
	94.72(4)
	 
	C10
	C5
	C4
	112.83(12)

	O4W
	Ca1
	O1
	145.98(4)
	 
	C10
	C5
	C6
	113.81(12)

	O4W
	Ca1
	O1W
	73.06(4)
	 
	C5
	C6
	C1
	111.30(12)

	O4W
	Ca1
	O2W
	137.89(4)
	 
	O1
	C7
	C1
	117.76(13)

	O4W
	Ca1
	O6W
	72.58(4)
	 
	O2
	C7
	O1
	123.40(14)

	O5W
	Ca1
	O1
	113.98(4)
	 
	O2
	C7
	C1
	118.75(13)

	O5W
	Ca1
	O1W
	94.94(4)
	 
	O3
	C8
	C2
	112.94(12)

	O5W
	Ca1
	O2W
	78.60(4)
	 
	O4
	C8
	O3
	122.51(14)

	O5W
	Ca1
	O4W
	81.28(4)
	 
	O4
	C8
	C2
	124.55(13)

	O5W
	Ca1
	O6W
	84.18(4)
	 
	O5
	C9
	C4
	112.52(13)

	O6W
	Ca1
	O1
	78.76(4)
	 
	O6
	C9
	O5
	123.72(14)

	O6W
	Ca1
	O1W
	145.36(4)
	 
	O6
	C9
	C4
	123.73(14)

	C7
	O1
	Ca1
	132.36(10)
	 
	O7
	C10
	C5
	117.17(13)

	C2
	C1
	C6
	113.49(12)
	 
	O8
	C10
	O7
	121.99(14)

	C7
	C1
	C2
	112.44(12)
	 
	O8
	C10
	C5
	120.78(13)


 

	Table 6 Hydrogen Bonds for 13srv089. 

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

	O3
	H3
	O21
	0.857(19)
	1.77(2)
	2.6037(16)
	162(2)

	O5
	H5
	O81
	0.857(19)
	1.80(2)
	2.6330(16)
	163(3)

	O1W
	H1WA
	O82
	0.851(8)
	1.869(9)
	2.7178(16)
	175(3)

	O1W
	H1WB
	O7W3
	0.851(8)
	1.954(9)
	2.8004(17)
	173(3)

	O2W
	H2WA
	O72
	0.851(8)
	1.924(8)
	2.7721(16)
	174(3)

	O2W
	H2WB
	O5W4
	0.850(8)
	2.28(2)
	2.8816(17)
	128(3)

	O3W
	H3WA
	O75
	0.850(8)
	1.863(8)
	2.7127(16)
	177(2)

	O3W
	H3WB
	O4
	0.849(8)
	1.933(8)
	2.7811(16)
	177(2)

	O4W
	H4WA
	O76
	0.850(8)
	1.893(9)
	2.7299(16)
	168(2)

	O4W
	H4WB
	O7W3
	0.850(8)
	2.009(13)
	2.8146(17)
	158(2)

	O5W
	H5WA
	O66
	0.851(8)
	1.902(8)
	2.7525(16)
	179(2)

	O5W
	H5WB
	O14
	0.851(8)
	1.924(10)
	2.7581(15)
	166(2)

	O6W
	H6WA
	O2
	0.851(8)
	1.869(13)
	2.6740(16)
	157(3)

	O6W
	H6WB
	O1W7
	0.850(8)
	1.935(8)
	2.7853(16)
	179(3)

	O7W
	H7WA
	O3
	0.850(8)
	2.184(16)
	2.9353(17)
	147(2)

	O7W
	H7WB
	O6W1
	0.851(8)
	1.985(9)
	2.8251(17)
	169(3)


1+X,3/2-Y,1/2+Z; 2-1+X,+Y,+Z; 3-X,-1/2+Y,1/2-Z; 4-X,2-Y,-Z; 51-X,-1/2+Y,1/2-Z; 6-1+X,3/2-Y,-1/2+Z; 7+X,3/2-Y,-1/2+Z

 
	Table 7 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for 13srv089. 

	Atom
	x
	y
	z
	U(eq)

	H1
	3902(17)
	10254(18)
	935(17)
	14(5)

	H2
	3339(16)
	10144(16)
	2525(15)
	7(4)

	H3
	3530(20)
	7952(18)
	4270(20)
	32(7)

	H3A
	5104(17)
	10242(17)
	4014(17)
	13(5)

	H3B
	5080(17)
	11018(17)
	2961(16)
	10(5)

	H4
	6848(15)
	10098(15)
	3580(14)
	0(4)

	H5
	6490(20)
	7800(18)
	5060(20)
	35(7)

	H5A
	6069(18)
	10345(19)
	1621(17)
	16(5)

	H6A
	5111(17)
	8116(18)
	1376(17)
	12(5)

	H6B
	5012(16)
	8940(17)
	330(16)
	10(5)

	H1WA
	-1407(15)
	7580(20)
	1440(20)
	51(8)

	H1WB
	-1030(20)
	6470(10)
	1500(20)
	44(8)

	H2WA
	-647(15)
	9550(20)
	1670(20)
	39(7)

	H2WB
	400(20)
	10010(20)
	1770(20)
	63(10)

	H3WA
	1690(20)
	6014(12)
	1959(18)
	30(6)

	H3WB
	2290(10)
	6927(19)
	1935(18)
	25(6)

	H4WA
	-1049(18)
	6020(20)
	-1187(8)
	28(6)

	H4WB
	-960(20)
	5614(17)
	-140(20)
	40(7)

	H5WA
	-1953(12)
	8314(17)
	-1212(18)
	24(6)

	H5WB
	-1560(20)
	9400(11)
	-810(20)
	30(6)

	H6WA
	1457(13)
	7780(20)
	-1160(20)
	42(8)

	H6WB
	326(18)
	7560(20)
	-1913(12)
	43(8)

	H7WA
	2247(8)
	9790(20)
	4090(20)
	36(7)

	H7WB
	1250(20)
	9216(11)
	3810(20)
	36(7)


