15srv009 
	Table 1 Crystal data and structure refinement for 15srv009. 

	Identification code 
	15srv009

	Empirical formula 
	2[C10H15O4]- x Ca2+ x 2 H2O

	Formula weight 
	474.55

	Temperature/K 
	120.0

	Crystal system 
	triclinic

	Space group 
	P-1

	a/Å 
	7.07770(10)

	b/Å 
	11.1674(2)

	c/Å 
	15.7081(3)

	α/° 
	106.469(3)

	β/° 
	96.639(3)

	γ/° 
	101.751(3)

	Volume/Å3 
	1145.63(3)

	Z 
	2

	ρcalcg/cm3 
	1.376

	μ/mm‑1 
	0.326

	F(000) 
	508.0

	Crystal size/mm3 
	0.3 × 0.25 × 0.09

	Radiation 
	MoKα (λ = 0.71073)

	2Θ range for data collection/° 
	5.46 to 60

	Index ranges 
	-9 ≤ h ≤ 9, -15 ≤ k ≤ 15, -22 ≤ l ≤ 22

	Reflections collected 
	25088

	Independent reflections 
	6654 [Rint = 0.0314, Rsigma = 0.0292]

	Data/restraints/parameters 
	6654/6/416

	Goodness-of-fit on F2 
	1.012

	Final R indexes [I>=2σ (I)] 
	R1 = 0.0295, wR2 = 0.0711

	Final R indexes [all data] 
	R1 = 0.0378, wR2 = 0.0748

	Largest diff. peak/hole / e Å-3 
	0.47/-0.26




 
	Table 2 Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 15srv009. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Ca1
	2997.9(3)
	3679.16(19)
	272.76(13)
	9.08(5)

	O1
	5791.5(11)
	2516.6(7)
	-119.8(5)
	14.94(15)

	O2
	2753.2(11)
	1365.1(7)
	-410.3(5)
	16.28(16)

	O3
	582.9(12)
	-767.3(8)
	-1360.5(5)
	17.36(16)

	O4
	158.1(13)
	-2067.7(9)
	-2752.6(6)
	24.18(19)

	O5
	5898.1(10)
	5385.4(7)
	886.0(5)
	12.53(14)

	O6
	8974.6(10)
	6481.9(7)
	1215.4(5)
	13.67(15)

	O7
	3560.3(11)
	3583.0(7)
	1784.5(5)
	14.20(15)

	O8
	2791.1(12)
	4135.7(9)
	3150.0(5)
	21.05(18)

	O9
	-173.9(11)
	2758.0(8)
	510.1(6)
	18.49(17)

	O10
	2122.5(11)
	5627.6(8)
	845.4(6)
	17.04(16)

	C1
	4594.9(15)
	70.3(10)
	-2097.0(7)
	11.50(18)

	C2
	5130.7(17)
	-1192.8(11)
	-2572.5(8)
	16.7(2)

	C3
	5057(2)
	-1450.2(12)
	-3588.1(8)
	23.7(2)

	C4
	6346(2)
	-313.1(13)
	-3774.9(9)
	26.5(3)

	C5
	5766.9(18)
	933.8(12)
	-3345.3(8)
	20.5(2)

	C6
	5851.8(16)
	1192.3(10)
	-2329.5(7)
	15.2(2)

	C7
	5107.5(15)
	298.7(10)
	-1066.5(7)
	13.27(19)

	C8
	4544.7(15)
	1465(1)
	-493.0(7)
	11.92(19)

	C9
	2394.3(15)
	-4.4(11)
	-2401.8(7)
	13.52(19)

	C10
	958.9(15)
	-1031.4(11)
	-2187.2(7)
	14.8(2)

	C11
	7420.0(14)
	5668.2(10)
	2964.7(6)
	9.87(18)

	C12
	8660.6(16)
	7072.8(10)
	3347.2(7)
	15.6(2)

	C13
	8575.4(19)
	7741.5(12)
	4332.9(8)
	22.4(2)

	C14
	9101(2)
	6957.6(14)
	4935.5(8)
	27.0(3)

	C15
	7770.6(19)
	5597.8(12)
	4594.1(7)
	20.9(2)

	C16
	7912.2(16)
	4925.2(11)
	3615.8(7)
	14.7(2)

	C17
	7988.5(15)
	5020.4(10)
	2051.5(7)
	11.26(18)

	C18
	7611.4(14)
	5669(1)
	1345.3(6)
	10.27(18)

	C19
	5217.2(15)
	5675.9(10)
	2847.8(7)
	11.30(18)

	C20
	3801.4(14)
	4365.7(10)
	2532.7(7)
	11.64(18)


 



	Table 3 Anisotropic Displacement Parameters (Å2×103) for 15srv009. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+2hka*b*U12+…].

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Ca1
	8.53(9)
	9.74(9)
	8.48(9)
	2.83(7)
	1.80(6)
	1.13(7)

	O1
	13.3(3)
	12.7(4)
	16.5(4)
	2.9(3)
	1.4(3)
	1.3(3)

	O2
	13.0(3)
	13.7(4)
	19.7(4)
	1.6(3)
	4.2(3)
	2.4(3)

	O3
	19.0(4)
	14.9(4)
	14.6(4)
	3.8(3)
	4.7(3)
	-3.2(3)

	O4
	21.8(4)
	23.3(4)
	16.8(4)
	0.3(3)
	2.7(3)
	-8.8(3)

	O5
	9.7(3)
	16.5(4)
	10.4(3)
	5.4(3)
	0.1(3)
	0.5(3)

	O6
	9.7(3)
	17.0(4)
	14.1(3)
	6.3(3)
	2.5(3)
	0.8(3)

	O7
	17.2(4)
	13.5(4)
	10.1(3)
	3.1(3)
	1.8(3)
	1.1(3)

	O8
	19.3(4)
	22.3(4)
	14.4(4)
	1.4(3)
	7.3(3)
	-6.6(3)

	O9
	10.6(3)
	24.5(4)
	25.2(4)
	15.9(4)
	4.3(3)
	3.0(3)

	O10
	11.6(4)
	12.5(4)
	27.9(4)
	6.0(3)
	8.4(3)
	3.1(3)

	C1
	11.3(4)
	9.8(4)
	12.7(4)
	3.1(4)
	2.0(3)
	1.9(3)

	C2
	20.6(5)
	11.7(5)
	17.4(5)
	2.5(4)
	4.0(4)
	5.4(4)

	C3
	32.7(7)
	18.7(6)
	18.2(5)
	1.0(4)
	7.4(5)
	8.4(5)

	C4
	31.7(7)
	29.7(7)
	21.6(6)
	7.4(5)
	15.3(5)
	10.8(5)

	C5
	22.4(6)
	20.5(6)
	21.5(5)
	10.2(5)
	10.6(4)
	3.1(5)

	C6
	14.3(5)
	12.1(5)
	18.9(5)
	5.1(4)
	5.4(4)
	1.1(4)

	C7
	13.9(5)
	12.3(5)
	13.9(5)
	3.9(4)
	1.2(4)
	4.9(4)

	C8
	13.6(4)
	12.5(5)
	10.3(4)
	4.8(4)
	1.0(3)
	4.0(4)

	C9
	11.6(4)
	15.9(5)
	13.9(5)
	8.0(4)
	1.3(4)
	1.2(4)

	C10
	12.1(4)
	17.6(5)
	13.9(5)
	6.3(4)
	1.0(4)
	0.8(4)

	C11
	9.9(4)
	10.5(4)
	8.3(4)
	2.5(3)
	1.0(3)
	1.7(3)

	C12
	15.9(5)
	12.5(5)
	14.6(5)
	2.8(4)
	0.9(4)
	-1.4(4)

	C13
	26.8(6)
	16.7(5)
	15.6(5)
	-1.7(4)
	-0.3(4)
	-0.5(5)

	C14
	30.9(7)
	31.3(7)
	11.1(5)
	0.6(5)
	-4.3(5)
	4.1(5)

	C15
	26.2(6)
	27.8(6)
	11.0(5)
	8.9(4)
	2.5(4)
	8.2(5)

	C16
	16.8(5)
	16.7(5)
	12.2(5)
	6.9(4)
	1.6(4)
	4.8(4)

	C17
	11.1(4)
	13.3(5)
	10.3(4)
	4.1(4)
	2.2(3)
	4.6(4)

	C18
	10.6(4)
	11.8(4)
	7.8(4)
	1.0(3)
	2.8(3)
	3.8(3)

	C19
	11.3(4)
	11.8(4)
	10.4(4)
	2.6(4)
	2.2(3)
	3.2(4)

	C20
	9.6(4)
	15.0(5)
	11.1(4)
	5.2(4)
	1.4(3)
	3.5(4)


 



	Table 4 Bond Lengths for 15srv009.

	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Ca1
	O2
	2.4622(8)
	 
	C1
	C9
	1.5538(14)

	Ca1
	O5
	2.3835(7)
	 
	C2
	C3
	1.5314(16)

	Ca1
	O51
	2.4676(7)
	 
	C3
	C4
	1.5272(19)

	Ca1
	O7
	2.3983(7)
	 
	C4
	C5
	1.5251(18)

	Ca1
	O9
	2.3890(8)
	 
	C5
	C6
	1.5305(16)

	Ca1
	O10
	2.3443(8)
	 
	C7
	C8
	1.5151(14)

	O1
	C8
	1.2527(12)
	 
	C9
	C10
	1.5117(14)

	O2
	C8
	1.2750(13)
	 
	C11
	C12
	1.5411(14)

	O3
	C10
	1.3186(13)
	 
	C11
	C16
	1.5402(14)

	O4
	C10
	1.2178(13)
	 
	C11
	C17
	1.5514(14)

	O5
	Ca11
	2.4676(7)
	 
	C11
	C19
	1.5508(14)

	O5
	C18
	1.2661(12)
	 
	C12
	C13
	1.5307(16)

	O6
	Ca11
	2.5200(8)
	 
	C13
	C14
	1.5237(19)

	O6
	C18
	1.2611(12)
	 
	C14
	C15
	1.5229(18)

	O7
	C20
	1.2185(12)
	 
	C15
	C16
	1.5322(15)

	O8
	C20
	1.3207(12)
	 
	C17
	C18
	1.5140(14)

	C1
	C2
	1.5418(15)
	 
	C18
	Ca11
	2.8459(10)

	C1
	C6
	1.5413(14)
	 
	C19
	C20
	1.5058(14)

	C1
	C7
	1.5521(14)
	 
	 
	 
	 


11-X,1-Y,-Z
 



	Table 5 Bond Angles for 15srv009.

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

	O2
	Ca1
	O51
	103.21(3)
	 
	C8
	C7
	C1
	113.68(8)

	O5
	Ca1
	O2
	127.92(3)
	 
	O1
	C8
	Ca1
	63.98(5)

	O5
	Ca1
	O51
	68.62(3)
	 
	O1
	C8
	O2
	120.16(9)

	O5
	Ca1
	O7
	80.65(3)
	 
	O1
	C8
	C7
	121.30(9)

	O5
	Ca1
	O9
	145.04(3)
	 
	O2
	C8
	Ca1
	57.01(5)

	O7
	Ca1
	O2
	93.20(3)
	 
	O2
	C8
	C7
	118.52(9)

	O7
	Ca1
	O51
	149.14(3)
	 
	C7
	C8
	Ca1
	168.59(7)

	O9
	Ca1
	O2
	79.04(3)
	 
	C10
	C9
	C1
	114.99(9)

	O9
	Ca1
	O51
	132.91(3)
	 
	O3
	C10
	C9
	117.67(9)

	O9
	Ca1
	O7
	75.45(3)
	 
	O4
	C10
	O3
	120.48(10)

	O10
	Ca1
	O2
	161.33(3)
	 
	O4
	C10
	C9
	121.85(10)

	O10
	Ca1
	O51
	84.23(3)
	 
	C12
	C11
	C17
	108.63(8)

	O10
	Ca1
	O5
	70.70(3)
	 
	C12
	C11
	C19
	108.59(8)

	O10
	Ca1
	O7
	88.40(3)
	 
	C16
	C11
	C12
	109.33(8)

	O10
	Ca1
	O9
	83.38(3)
	 
	C16
	C11
	C17
	107.66(8)

	C8
	O1
	Ca1
	90.54(6)
	 
	C16
	C11
	C19
	111.01(8)

	C8
	O2
	Ca1
	97.25(6)
	 
	C19
	C11
	C17
	111.57(8)

	Ca1
	O5
	Ca11
	111.38(3)
	 
	C13
	C12
	C11
	114.16(9)

	C18
	O5
	Ca11
	93.74(6)
	 
	C14
	C13
	C12
	111.27(10)

	C18
	O5
	Ca1
	142.74(7)
	 
	C15
	C14
	C13
	110.68(10)

	C18
	O6
	Ca11
	91.43(6)
	 
	C14
	C15
	C16
	110.59(10)

	C20
	O7
	Ca1
	134.39(7)
	 
	C15
	C16
	C11
	113.39(9)

	C2
	C1
	C7
	106.64(8)
	 
	C18
	C17
	C11
	113.48(8)

	C2
	C1
	C9
	111.53(8)
	 
	O5
	C18
	Ca11
	59.91(5)

	C6
	C1
	C2
	109.32(8)
	 
	O5
	C18
	C17
	118.92(9)

	C6
	C1
	C7
	109.22(8)
	 
	O6
	C18
	Ca11
	62.28(5)

	C6
	C1
	C9
	108.44(8)
	 
	O6
	C18
	O5
	120.26(9)

	C7
	C1
	C9
	111.65(8)
	 
	O6
	C18
	C17
	120.82(9)

	C3
	C2
	C1
	113.76(9)
	 
	C17
	C18
	Ca11
	166.07(7)

	C4
	C3
	C2
	111.03(10)
	 
	C20
	C19
	C11
	115.15(8)

	C5
	C4
	C3
	110.91(10)
	 
	O7
	C20
	O8
	121.99(10)

	C4
	C5
	C6
	111.28(10)
	 
	O7
	C20
	C19
	124.77(9)

	C5
	C6
	C1
	113.32(9)
	 
	O8
	C20
	C19
	113.23(9)


11-X,1-Y,-Z
 



	Table 6 Hydrogen Bonds for 15srv009.

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

	O3
	H3
	O2
	0.91(2)
	1.59(2)
	2.4945(11)
	175.1(19)

	O8
	H8
	O41
	0.844(19)
	1.830(19)
	2.6454(12)
	162.0(18)

	O9
	H9A
	O31
	0.829(9)
	2.059(9)
	2.8848(11)
	174.2(17)

	O9
	H9B
	O12
	0.830(9)
	2.015(9)
	2.8439(11)
	176.0(18)

	O10
	H10A
	O13
	0.828(9)
	2.069(10)
	2.8733(11)
	163.6(17)

	O10
	H10B
	O62
	0.831(9)
	1.829(9)
	2.6576(11)
	175.4(17)


1-X,-Y,-Z; 2-1+X,+Y,+Z; 31-X,1-Y,-Z
 
	Table 7 Selected Torsion Angles for 15srv009.

	A
	B
	C
	D
	Angle/˚
	 
	A
	B
	C
	D
	Angle/˚

	C1
	C7
	C8
	O1
	-99.82(11)
	 
	C11
	C17
	C18
	O5
	-82.74(11)

	C1
	C7
	C8
	O2
	78.77(12)
	 
	C11
	C17
	C18
	O6
	97.06(11)

	C1
	C9
	C10
	O3
	81.09(12)
	 
	C11
	C19
	C20
	O7
	-68.34(13)

	C1
	C9
	C10
	O4
	-99.35(12)
	 
	C11
	C19
	C20
	O8
	112.61(10)

	C2
	C1
	C7
	C8
	-176.19(9)
	 
	C12
	C11
	C17
	C18
	-60.81(11)

	C2
	C1
	C9
	C10
	61.82(12)
	 
	C12
	C11
	C19
	C20
	-176.33(8)

	C6
	C1
	C7
	C8
	65.78(11)
	 
	C16
	C11
	C17
	C18
	-179.10(8)

	C6
	C1
	C9
	C10
	-177.75(9)
	 
	C16
	C11
	C19
	C20
	-56.11(11)

	C7
	C1
	C9
	C10
	-57.38(12)
	 
	C17
	C11
	C19
	C20
	63.97(11)

	C8
	C7
	C1
	C9
	-54.14(11)
	 
	C18
	C17
	C11
	C19
	58.87(11)


 



	Table 8 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for 15srv009.

	Atom
	x
	y
	z
	U(eq)

	H2A
	6450(20)
	-1153(15)
	-2281(10)
	25(4)

	H2B
	4280(20)
	-1904(15)
	-2446(10)
	22(4)

	H3
	1310(30)
	20(20)
	-1009(13)
	50(5)

	H3A
	3710(20)
	-1620(15)
	-3900(10)
	25(4)

	H3B
	5490(20)
	-2220(16)
	-3834(11)
	32(4)

	H4A
	7730(20)
	-225(15)
	-3516(11)
	31(4)

	H4B
	6240(20)
	-486(15)
	-4436(11)
	30(4)

	H5A
	4440(20)
	899(14)
	-3633(9)
	18(3)

	H5B
	6630(20)
	1660(16)
	-3451(10)
	29(4)

	H6A
	7230(20)
	1316(13)
	-2056(9)
	16(3)

	H6B
	5416(19)
	1991(13)
	-2071(9)
	14(3)

	H7A
	6550(20)
	423(13)
	-898(9)
	14(3)

	H7B
	4390(20)
	-475(14)
	-931(9)
	20(3)

	H8
	1920(30)
	3436(19)
	2913(12)
	43(5)

	H9A
	-240(30)
	2225(14)
	788(11)
	38(5)

	H9B
	-1343(15)
	2673(17)
	300(11)
	42(5)

	H9C
	2150(20)
	815(14)
	-2131(9)
	17(3)

	H9D
	2110(20)
	-194(14)
	-3048(10)
	21(4)

	H10A
	2850(20)
	6234(13)
	744(12)
	42(5)

	H10B
	1127(17)
	5867(16)
	978(11)
	33(4)

	H12A
	8260(20)
	7580(14)
	2967(10)
	25(4)

	H12B
	10060(20)
	7074(14)
	3325(10)
	22(4)

	H13A
	7220(20)
	7866(14)
	4378(10)
	23(4)

	H13B
	9480(20)
	8584(16)
	4546(11)
	29(4)

	H14A
	9030(30)
	7351(17)
	5548(12)
	38(5)

	H14B
	10470(20)
	6912(16)
	4948(10)
	32(4)

	H15A
	8150(20)
	5096(15)
	4970(10)
	25(4)

	H15B
	6350(20)
	5636(15)
	4631(10)
	26(4)

	H16A
	9270(20)
	4832(14)
	3593(10)
	22(4)

	H16B
	7070(20)
	4043(13)
	3386(9)
	15(3)

	H17A
	9404(19)
	5061(12)
	2161(8)
	10(3)

	H17B
	7250(20)
	4125(14)
	1798(9)
	15(3)

	H19A
	4944(19)
	6074(13)
	2394(9)
	12(3)





[bookmark: _GoBack]Refinement model description 
Number of restraints - 6, number of constraints - unknown. 
Details:
1. Restrained distances
 O9-H9A ≈ O9-H9B ≈ O10-H10B ≈ O10-H10A
 with sigma of 0.005
