	Table 1 Crystal data and structure refinement for 12srv153



	Identification code 
	12srv153

	Empirical formula 
	C9H8CaO8 x 4H2O

	Formula weight 
	356.30

	Temperature/K 
	120

	Crystal system 
	orthorhombic

	Space group 
	Abm2

	a/Å 
	5.6391(5)

	b/Å 
	20.406(2)

	c/Å 
	11.8487(11)

	α/° 
	90.00

	β/° 
	90.00

	γ/° 
	90.00

	Volume/Å3 
	1363.5(2)

	Z 
	4

	ρcalcmg/mm3 
	1.736

	m/mm‑1 
	0.526

	F(000) 
	744.0

	Crystal size/mm3 
	0.2887 × 0.0595 × 0.0297

	2Θ range for data collection 
	6.88 to 58°

	Index ranges 
	-7 ≤ h ≤ 7, -27 ≤ k ≤ 27, -16 ≤ l ≤ 16

	Reflections collected 
	8845

	Independent reflections 
	1863[R(int) = 0.0622]

	Data/restraints/parameters 
	1863/1/130

	Goodness-of-fit on F2 
	1.084

	Final R indexes [I>=2σ (I)] 
	R1 = 0.0442, wR2 = 0.1001

	Final R indexes [all data] 
	R1 = 0.0521, wR2 = 0.1063


	Largest diff. peak/hole / e Å-3 
	0.69/-0.28

	Flack parameter
	-0.02(6)


12srv153
 

	Table 2 Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 12srv153. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Ca1
	10000
	5000
	6583.5(7)
	11.23(17)

	O1
	6795(4)
	5774.1(11)
	5900.0(18)
	17.6(4)

	O1W
	7672(4)
	4433.1(12)
	5150.2(18)
	15.5(4)

	O2
	9248(4)
	6155.7(11)
	7172.3(18)
	19.8(5)

	O2W
	7390(4)
	4822.4(13)
	8152(2)
	22.2(5)

	O3
	10194(4)
	6755.9(13)
	4732.8(18)
	23.6(5)

	O4
	7640(5)
	6729.2(16)
	3312(2)
	33.3(7)

	C1
	7713(7)
	7500
	6870(3)
	14.3(8)

	C2
	6485(5)
	6919.6(14)
	6323(2)
	11.5(5)

	C3
	6164(5)
	7114.9(13)
	5069(2)
	10.3(5)

	C4
	7579(5)
	6245.8(14)
	6478(2)
	13.3(5)

	C5
	8249(6)
	6841.0(16)
	4357(2)
	18.2(6)


 

	Table 3 Anisotropic Displacement Parameters (Å2×103) for 12srv153. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Ca1
	11.4(3)
	15.0(3)
	7.3(3)
	0
	0
	-1.1(3)

	O1
	18.3(10)
	16.2(11)
	18.2(10)
	-4.5(8)
	-5.8(8)
	0.6(9)

	O1W
	11.3(10)
	18.5(12)
	16.6(10)
	-3.2(9)
	1.1(8)
	0.6(9)

	O2
	24.8(11)
	17.8(11)
	17.0(11)
	-1.3(8)
	-12.3(9)
	0.9(9)

	O2W
	17.7(12)
	26.0(13)
	22.8(13)
	-0.5(11)
	8.7(9)
	2.8(9)

	O3
	14.8(11)
	36.1(14)
	19.8(12)
	-5.3(10)
	-0.2(8)
	1.9(10)

	O4
	30.4(13)
	57.5(18)
	12.1(10)
	-10.8(11)
	-3.7(9)
	20.6(13)

	C1
	15.0(19)
	21(2)
	6.9(17)
	0
	-3.8(12)
	0

	C2
	9.5(11)
	17.8(14)
	7.3(13)
	1.1(9)
	1.3(9)
	-0.6(10)

	C3
	8.6(11)
	13.1(13)
	9.2(12)
	-0.8(10)
	-3.4(10)
	-1.1(10)

	C4
	16.6(12)
	16.1(13)
	7.1(12)
	2.4(11)
	-1(1)
	-1.5(10)

	C5
	30.2(17)
	17.2(15)
	7.1(12)
	1.2(10)
	-2.5(11)
	-2.2(12)


 
	Table 4 Bond Lengths for 12srv153.

	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Ca1
	O11
	2.533(2)
	 
	O2
	C4
	1.263(3)

	Ca1
	O1
	2.533(2)
	 
	O3
	C5
	1.196(4)

	Ca1
	O1W1
	2.438(2)
	 
	O4
	C5
	1.305(4)

	Ca1
	O1W
	2.438(2)
	 
	C1
	C2
	1.518(4)

	Ca1
	O21
	2.496(2)
	 
	C1
	C22
	1.518(4)

	Ca1
	O2
	2.496(2)
	 
	C2
	C3
	1.549(3)

	Ca1
	O2W1
	2.399(2)
	 
	C2
	C4
	1.518(4)

	Ca1
	O2W
	2.399(2)
	 
	C3
	C32
	1.572(5)

	O1
	C4
	1.262(4)
	 
	C3
	C5
	1.551(4)


12-X,1-Y,+Z; 2+X,3/2-Y,+Z

 

	Table 5 Bond Angles for 12srv153.

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

	O1
	Ca1
	O11
	142.71(10)
	 
	O2W1
	Ca1
	O1W1
	97.92(8)

	O1W1
	Ca1
	O11
	71.89(8)
	 
	O2W1
	Ca1
	O21
	79.74(9)

	O1W
	Ca1
	O11
	82.27(7)
	 
	O2W
	Ca1
	O2
	79.74(9)

	O1W1
	Ca1
	O1
	82.27(7)
	 
	O2W
	Ca1
	O21
	75.22(8)

	O1W
	Ca1
	O1
	71.89(7)
	 
	O2W1
	Ca1
	O2
	75.22(8)

	O1W
	Ca1
	O1W1
	91.70(10)
	 
	O2W1
	Ca1
	O2W
	78.40(13)

	O1W
	Ca1
	O21
	80.67(8)
	 
	C4
	O1
	Ca1
	92.99(17)

	O1W1
	Ca1
	O21
	123.47(8)
	 
	C4
	O2
	Ca1
	94.72(17)

	O1W
	Ca1
	O2
	123.47(8)
	 
	C2
	C1
	C22
	102.6(3)

	O1W1
	Ca1
	O2
	80.67(8)
	 
	C1
	C2
	C3
	105.2(2)

	O21
	Ca1
	O11
	51.60(7)
	 
	C1
	C2
	C4
	118.0(2)

	O2
	Ca1
	O11
	143.12(7)
	 
	C4
	C2
	C3
	113.4(2)

	O21
	Ca1
	O1
	143.12(7)
	 
	C2
	C3
	C32
	104.91(15)

	O2
	Ca1
	O1
	51.60(7)
	 
	C2
	C3
	C5
	109.9(2)

	O2
	Ca1
	O21
	147.53(10)
	 
	C5
	C3
	C32
	111.12(16)

	O2W1
	Ca1
	O11
	84.50(8)
	 
	O1
	C4
	O2
	120.2(3)

	O2W
	Ca1
	O1
	84.50(8)
	 
	O1
	C4
	C2
	118.9(2)

	O2W1
	Ca1
	O1
	126.25(8)
	 
	O2
	C4
	C2
	120.9(2)

	O2W
	Ca1
	O11
	126.25(8)
	 
	O3
	C5
	O4
	124.7(3)

	O2W
	Ca1
	O1W1
	160.36(8)
	 
	O3
	C5
	C3
	123.0(3)

	O2W1
	Ca1
	O1W
	160.36(8)
	 
	O4
	C5
	C3
	112.3(3)

	O2W
	Ca1
	O1W
	97.92(8)
	 
	 
	 
	 
	 


12-X,1-Y,+Z; 2+X,3/2-Y,+Z

 
	Table 6 Hydrogen Bonds for 12srv153. 

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

	O1W
	H1WA
	O31
	0.75(4)
	2.00(4)
	2.753(3)
	178(4)

	O2W
	H2WA
	O1W2
	1.05(6)
	1.78(6)
	2.817(3)
	170(4)

	O1W
	H1WB
	O13
	0.98(5)
	1.76(5)
	2.705(3)
	161(4)

	O2W
	H2WB
	O21
	0.79(7)
	2.70(7)
	2.988(3)
	103(6)

	O4
	H4
	O24
	1.12(5)
	1.39(5)
	2.505(3)
	174(4)


12-X,1-Y,+Z; 2+X,1-Y,1/2+Z; 31-X,1-Y,+Z; 42-X,+Y,-1/2+Z

 

	Table 7 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for 12srv153. 

	Atom
	x
	y
	z
	U(eq)

	H1A
	9399
	7500
	6708
	17

	H1B
	7482
	7500
	7682
	17

	H2
	5140(70)
	6894(16)
	6580(40)
	16(8)

	H1WA
	8240(60)
	4109(18)
	5020(30)
	13(9)

	H3
	4800(70)
	6976(17)
	4750(30)
	10(8)

	H2WA
	7680(80)
	5080(30)
	8910(50)
	59(16)

	H1WB
	6070(100)
	4270(20)
	5320(40)
	51(14)

	H2WB
	6930(120)
	4460(30)
	8050(70)
	90(20)

	H4
	9100(80)
	6490(20)
	2830(40)
	40(12)


