13srv223 

	Table 1 Crystal data and structure refinement for 13srv223 

	Identification code 
	13srv223

	Empirical formula 
	C9H10O6 x Ca x 3 H2O

	Formula weight 
	308.30

	Temperature/K 
	120

	Crystal system 
	triclinic

	Space group 
	P-1

	a/Å 
	8.5782(9)

	b/Å 
	12.5674(14)

	c/Å 
	12.8876(14)

	α/° 
	64.439(3)

	β/° 
	89.726(3)

	γ/° 
	89.647(3)

	Volume/Å3 
	1253.3(2)

	Z 
	4

	ρcalcmg/mm3 
	1.634

	m/mm‑1 
	0.541

	F(000) 
	648.0

	Crystal size/mm3 
	0.32 × 0.24 × 0.06

	Radiation 
	MoKα (λ = 0.71073)

	2Θ range for data collection 
	3.5 to 57°

	Index ranges 
	-11 ≤ h ≤ 11, -16 ≤ k ≤ 16, -17 ≤ l ≤ 17

	Reflections collected 
	13401

	Independent reflections 
	6328[R(int) = 0.0872]

	Data/restraints/parameters 
	6328/0/355

	Goodness-of-fit on F2 
	1.021

	Final R indexes [I>=2σ (I)] 
	R1 = 0.0835, wR2 = 0.2358

	Final R indexes [all data] 
	R1 = 0.1045, wR2 = 0.2567

	Largest diff. peak/hole / e Å-3 
	2.52/-0.84


 

	Table 2 Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 13srv223. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Ca1
	4944.3(8)
	3656.9(6)
	1571.3(6)
	13.9(2)

	Ca2
	-119.3(8)
	1569.3(6)
	3665.8(6)
	13.5(2)

	O1
	6879(3)
	2141(2)
	2214(2)
	17.9(6)

	O2
	8184(3)
	450(2)
	3025(2)
	18.5(6)

	O3
	1003(3)
	-366(2)
	4350(2)
	19.4(6)

	O4
	2406(3)
	-1950(2)
	5332(2)
	19.7(6)

	O5
	5208(3)
	-1770(3)
	478(2)
	20.1(6)

	O6
	5425(4)
	-3229(3)
	2260(3)
	26.7(7)

	C1
	5582(4)
	397(3)
	2376(3)
	14.2(7)

	C2
	4576(4)
	-23(3)
	3478(3)
	14.4(7)

	C3
	3169(4)
	-722(3)
	3373(3)
	14.4(7)

	C4
	3702(4)
	-1768(3)
	3157(3)
	17.1(7)

	C5
	4558(4)
	-1284(3)
	2006(3)
	16.2(7)

	C6
	6013(4)
	-610(3)
	2072(3)
	17.1(7)

	C7
	6976(4)
	1045(3)
	2533(3)
	14.3(7)

	C8
	2136(4)
	-1045(3)
	4425(3)
	14.0(7)

	C9
	5088(4)
	-2211(3)
	1616(3)
	17.2(7)

	O1W
	4765(3)
	2894(3)
	3706(2)
	20.0(6)

	O2W
	6932(3)
	4764(3)
	1947(3)
	27.9(7)

	O3W
	1943(3)
	1772(3)
	4801(2)
	22.0(6)

	O4W
	-125(3)
	3723(2)
	2971(2)
	20.8(6)

	O5W
	959(4)
	4258(3)
	4735(3)
	33.2(8)

	O6W
	4104(4)
	4827(3)
	4178(3)
	31.3(7)

	O7
	3965(3)
	5662(2)
	289(2)
	19.5(6)

	O8
	2605(3)
	4684(2)
	1856(2)
	21.4(6)

	O9
	-1798(3)
	7840(2)
	-2216(2)
	17.9(6)

	O10
	-3296(3)
	7239(2)
	-680(2)
	17.5(6)

	O11
	-605(4)
	7636(3)
	3075(3)
	32.0(8)

	O12
	-204(3)
	9505(2)
	1817(3)
	21.5(6)

	C11
	1766(4)
	6657(3)
	601(3)
	15.7(7)

	C12
	341(4)
	6543(3)
	-64(3)
	14.2(7)

	C13
	-618(4)
	7691(3)
	-490(3)
	14.8(7)

	C14
	-1074(4)
	8003(3)
	490(3)
	16.0(7)

	C15
	365(4)
	8053(3)
	1184(3)
	16.1(7)

	C16
	1234(4)
	6878(3)
	1622(3)
	16.6(7)

	C17
	2830(4)
	5596(3)
	944(3)
	14.1(7)

	C18
	-2002(4)
	7593(3)
	-1177(3)
	14.9(7)

	C19
	-180(4)
	8351(3)
	2135(3)
	18.0(8)


 

	Table 3 Anisotropic Displacement Parameters (Å2×103) for 13srv223. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+...+2hka×b×U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Ca1
	11.3(4)
	16.2(4)
	17.9(4)
	-10.7(3)
	0.3(3)
	1.3(3)

	Ca2
	11.5(4)
	16.2(4)
	16.4(4)
	-10.5(3)
	1.1(3)
	-0.2(3)

	O1
	17.3(13)
	14.3(12)
	24.4(14)
	-10.5(11)
	0.3(10)
	1.5(10)

	O2
	14.1(13)
	21.2(14)
	26.5(15)
	-16.4(12)
	-5.3(10)
	3.7(10)

	O3
	14.7(13)
	20.9(14)
	21.7(14)
	-8.6(11)
	2.8(10)
	4.1(10)

	O4
	15.4(13)
	25.1(14)
	17.4(13)
	-8.3(11)
	1.7(10)
	5.4(10)

	O5
	17.2(14)
	28.3(15)
	23.9(14)
	-20.0(12)
	0.7(10)
	3.0(11)

	O6
	26.4(16)
	25.0(16)
	28.5(16)
	-11.4(13)
	4.1(12)
	2.9(12)

	C1
	10.9(16)
	19.6(18)
	14.5(17)
	-9.6(14)
	1.1(12)
	0.0(13)

	C2
	11.7(16)
	18.5(17)
	17.1(17)
	-11.7(14)
	1.9(13)
	0.4(12)

	C3
	11.7(16)
	19.8(18)
	16.5(17)
	-12.3(14)
	2.0(12)
	1.2(13)

	C4
	15.7(17)
	22.2(19)
	20.3(19)
	-15.6(16)
	4.2(13)
	-3.5(13)

	C5
	11.2(16)
	20.6(18)
	21.5(19)
	-13.5(15)
	2.6(13)
	1.4(13)

	C6
	14.1(17)
	20.7(18)
	24(2)
	-16.8(16)
	2.6(14)
	-0.5(13)

	C7
	12.2(16)
	18.8(17)
	15.9(17)
	-11.4(14)
	3.5(13)
	-0.4(13)

	C8
	6.3(15)
	20.4(18)
	21.6(18)
	-14.9(15)
	-0.8(12)
	-1.0(12)

	C9
	10.9(16)
	23.1(19)
	25(2)
	-17.2(16)
	3.9(13)
	-3.7(13)

	O1W
	17.0(14)
	26.2(15)
	21.5(14)
	-14.7(12)
	1.3(10)
	-0.3(11)

	O2W
	17.6(15)
	26.1(16)
	47(2)
	-21.9(15)
	-2.0(13)
	-1.5(11)

	O3W
	19.8(14)
	24.2(15)
	23.6(15)
	-11.8(12)
	-1.1(11)
	-1.8(11)

	O4W
	14.2(13)
	20.3(14)
	27.8(15)
	-10.4(12)
	2.5(11)
	-0.3(10)

	O5W
	40(2)
	29.6(18)
	28.0(17)
	-10.4(14)
	4.0(14)
	0.6(14)

	O6W
	41(2)
	28.6(17)
	25.4(17)
	-12.3(13)
	-1.4(13)
	0.4(14)

	O7
	16.2(13)
	21.5(14)
	20.0(14)
	-8.3(11)
	4.2(10)
	2.8(10)

	O8
	18.9(14)
	19.2(14)
	24.7(15)
	-8.3(12)
	5.9(11)
	3.1(10)

	O9
	16.4(13)
	22.2(14)
	18.0(13)
	-11.3(11)
	1.9(10)
	1.4(10)

	O10
	9.9(12)
	24.7(14)
	24.4(14)
	-16.7(12)
	2.9(10)
	-1.2(10)

	O11
	42(2)
	27.6(16)
	24.1(16)
	-9.5(13)
	6.6(13)
	7.1(13)

	O12
	19.8(14)
	23.3(14)
	29.5(16)
	-19.1(12)
	4.4(11)
	-1.2(11)

	C11
	13.5(17)
	17.6(17)
	20.5(18)
	-12.4(15)
	-0.2(13)
	2.9(13)

	C12
	10.0(16)
	17.1(17)
	18.6(18)
	-10.5(14)
	-0.1(12)
	0.4(12)

	C13
	11.2(16)
	17.6(17)
	18.7(18)
	-10.7(14)
	0.3(13)
	0.4(13)

	C14
	12.2(17)
	20.6(18)
	20.4(18)
	-13.8(15)
	-0.2(13)
	0.6(13)

	C15
	13.4(17)
	19.4(18)
	18.5(18)
	-11.0(15)
	-0.7(13)
	1.1(13)

	C16
	13.2(17)
	20.8(18)
	19.8(18)
	-12.5(15)
	-2.3(13)
	3.0(13)

	C17
	9.9(16)
	19.3(17)
	18.7(18)
	-13.6(14)
	-1.4(12)
	0.5(12)

	C18
	15.1(17)
	14.0(16)
	19.2(18)
	-10.7(14)
	-2.4(13)
	2.8(13)

	C19
	9.9(16)
	23.6(19)
	25(2)
	-15.2(16)
	-1.0(13)
	2.7(13)


 
	Table 4 Bond Lengths for 13srv223.

	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Ca1
	Ca11
	4.0014(15)
	 
	C1
	C2
	1.545(5)

	Ca1
	O1
	2.384(3)
	 
	C1
	C6
	1.521(5)

	Ca1
	O1W
	2.496(3)
	 
	C1
	C7
	1.513(5)

	Ca1
	O2W
	2.387(3)
	 
	C2
	C3
	1.538(5)

	Ca1
	O71
	2.361(3)
	 
	C3
	C4
	1.524(5)

	Ca1
	O7
	2.486(3)
	 
	C3
	C8
	1.518(5)

	Ca1
	O8
	2.489(3)
	 
	C4
	C5
	1.526(5)

	Ca1
	O102
	2.395(3)
	 
	C5
	C6
	1.536(5)

	Ca1
	C17
	2.853(4)
	 
	C5
	C9
	1.520(5)

	Ca1
	C182
	3.138(4)
	 
	C7
	Ca25
	3.108(4)

	Ca2
	Ca23
	3.9646(15)
	 
	C8
	Ca23
	2.839(4)

	Ca2
	O14
	3.084(3)
	 
	O7
	Ca11
	2.361(3)

	Ca2
	O24
	2.412(3)
	 
	O7
	C17
	1.264(4)

	Ca2
	O3
	2.397(3)
	 
	O8
	C17
	1.253(5)

	Ca2
	O33
	2.461(3)
	 
	O9
	Ca22
	2.353(3)

	Ca2
	O43
	2.498(3)
	 
	O9
	C18
	1.249(5)

	Ca2
	C74
	3.108(4)
	 
	O10
	Ca12
	2.395(3)

	Ca2
	C83
	2.839(4)
	 
	O10
	C18
	1.263(4)

	Ca2
	O3W
	2.385(3)
	 
	O11
	C19
	1.211(5)

	Ca2
	O4W
	2.456(3)
	 
	O12
	C19
	1.326(5)

	Ca2
	O92
	2.353(3)
	 
	C11
	C12
	1.539(5)

	O1
	Ca25
	3.084(3)
	 
	C11
	C16
	1.525(5)

	O1
	C7
	1.258(4)
	 
	C11
	C17
	1.513(5)

	O2
	Ca25
	2.412(3)
	 
	C12
	C13
	1.538(5)

	O2
	C7
	1.275(5)
	 
	C13
	C14
	1.525(5)

	O3
	Ca23
	2.461(3)
	 
	C13
	C18
	1.521(5)

	O3
	C8
	1.266(4)
	 
	C14
	C15
	1.545(5)

	O4
	Ca23
	2.498(3)
	 
	C15
	C16
	1.525(5)

	O4
	C8
	1.251(5)
	 
	C15
	C19
	1.500(5)

	O5
	C9
	1.330(5)
	 
	C18
	Ca12
	3.138(4)

	O6
	C9
	1.220(5)
	 
	 
	 
	 


11-X,1-Y,-Z; 2-X,1-Y,-Z; 3-X,-Y,1-Z; 4-1+X,+Y,+Z; 51+X,+Y,+Z

 
	Table 5 Bond Angles for 13srv223.

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

	O1
	Ca1
	Ca11
	122.26(7)
	 
	O4W
	Ca2
	Ca24
	147.49(8)

	O1
	Ca1
	O1W
	77.79(9)
	 
	O4W
	Ca2
	O13
	81.36(8)

	O1
	Ca1
	O2W
	83.11(10)
	 
	O4W
	Ca2
	O34
	117.79(10)

	O1
	Ca1
	O7
	153.13(9)
	 
	O4W
	Ca2
	O44
	76.36(9)

	O1
	Ca1
	O8
	153.14(10)
	 
	O4W
	Ca2
	C73
	104.75(10)

	O1
	Ca1
	O102
	96.24(10)
	 
	O4W
	Ca2
	C84
	97.17(10)

	O1
	Ca1
	C17
	173.25(11)
	 
	O92
	Ca2
	Ca24
	120.61(7)

	O1
	Ca1
	C182
	103.61(9)
	 
	O92
	Ca2
	O13
	100.98(9)

	O1W
	Ca1
	Ca11
	150.67(8)
	 
	O92
	Ca2
	O23
	100.57(10)

	O1W
	Ca1
	C17
	98.63(10)
	 
	O92
	Ca2
	O34
	151.73(10)

	O1W
	Ca1
	C182
	98.63(10)
	 
	O92
	Ca2
	O3
	86.43(9)

	O2W
	Ca1
	Ca11
	82.93(8)
	 
	O92
	Ca2
	O44
	152.89(10)

	O2W
	Ca1
	O1W
	78.38(11)
	 
	O92
	Ca2
	C73
	104.28(9)

	O2W
	Ca1
	O7
	82.14(11)
	 
	O92
	Ca2
	C84
	170.80(10)

	O2W
	Ca1
	O8
	99.33(11)
	 
	O92
	Ca2
	O3W
	83.50(10)

	O2W
	Ca1
	O102
	164.00(11)
	 
	O92
	Ca2
	O4W
	77.75(9)

	O2W
	Ca1
	C17
	90.59(11)
	 
	Ca1
	O1
	Ca25
	137.08(11)

	O2W
	Ca1
	C182
	172.02(10)
	 
	C7
	O1
	Ca1
	139.0(2)

	O7
	Ca1
	Ca11
	33.37(6)
	 
	C7
	O1
	Ca25
	79.3(2)

	O71
	Ca1
	Ca11
	35.38(7)
	 
	C7
	O2
	Ca25
	111.1(2)

	O71
	Ca1
	O1
	88.02(10)
	 
	Ca2
	O3
	Ca24
	109.37(10)

	O71
	Ca1
	O1W
	160.17(10)
	 
	C8
	O3
	Ca24
	93.7(2)

	O7
	Ca1
	O1W
	120.65(10)
	 
	C8
	O3
	Ca2
	151.1(2)

	O71
	Ca1
	O2W
	86.30(11)
	 
	C8
	O4
	Ca24
	92.3(2)

	O71
	Ca1
	O7
	68.75(11)
	 
	C6
	C1
	C2
	112.1(3)

	O71
	Ca1
	O8
	118.79(10)
	 
	C7
	C1
	C2
	108.0(3)

	O7
	Ca1
	O8
	52.26(8)
	 
	C7
	C1
	C6
	113.7(3)

	O71
	Ca1
	O102
	77.70(10)
	 
	C3
	C2
	C1
	109.8(3)

	O7
	Ca1
	C17
	26.25(9)
	 
	C4
	C3
	C2
	110.8(3)

	O71
	Ca1
	C17
	94.00(10)
	 
	C8
	C3
	C2
	108.8(3)

	O7
	Ca1
	C182
	93.23(10)
	 
	C8
	C3
	C4
	114.5(3)

	O71
	Ca1
	C182
	98.13(10)
	 
	C3
	C4
	C5
	107.8(3)

	O8
	Ca1
	Ca11
	84.49(7)
	 
	C4
	C5
	C6
	109.5(3)

	O8
	Ca1
	O1W
	76.56(9)
	 
	C9
	C5
	C4
	114.9(3)

	O8
	Ca1
	C17
	26.00(10)
	 
	C9
	C5
	C6
	107.4(3)

	O8
	Ca1
	C182
	72.73(10)
	 
	C1
	C6
	C5
	111.2(3)

	O102
	Ca1
	Ca11
	83.96(7)
	 
	O1
	C7
	Ca25
	77.2(2)

	O102
	Ca1
	O1W
	117.20(10)
	 
	O1
	C7
	O2
	122.5(3)

	O102
	Ca1
	O7
	91.90(10)
	 
	O1
	C7
	C1
	119.0(3)

	O102
	Ca1
	O8
	88.49(10)
	 
	O2
	C7
	Ca25
	46.38(18)

	O102
	Ca1
	C17
	90.48(10)
	 
	O2
	C7
	C1
	118.5(3)

	O102
	Ca1
	C182
	21.46(9)
	 
	C1
	C7
	Ca25
	159.6(2)

	C17
	Ca1
	Ca11
	58.94(8)
	 
	O3
	C8
	Ca24
	59.91(19)

	C17
	Ca1
	C182
	82.50(10)
	 
	O3
	C8
	C3
	117.6(3)

	C182
	Ca1
	Ca11
	96.80(7)
	 
	O4
	C8
	Ca24
	61.56(19)

	O13
	Ca2
	Ca24
	116.86(6)
	 
	O4
	C8
	O3
	121.5(3)

	O13
	Ca2
	C73
	23.43(8)
	 
	O4
	C8
	C3
	120.9(3)

	O23
	Ca2
	Ca24
	79.52(7)
	 
	C3
	C8
	Ca24
	177.5(3)

	O23
	Ca2
	O13
	45.65(8)
	 
	O5
	C9
	C5
	111.8(3)

	O23
	Ca2
	O34
	88.90(10)
	 
	O6
	C9
	O5
	123.3(4)

	O23
	Ca2
	O44
	88.36(10)
	 
	O6
	C9
	C5
	124.9(4)

	O23
	Ca2
	C73
	22.49(9)
	 
	Ca11
	O7
	Ca1
	111.25(11)

	O23
	Ca2
	C84
	88.62(10)
	 
	C17
	O7
	Ca1
	93.3(2)

	O23
	Ca2
	O4W
	126.21(10)
	 
	C17
	O7
	Ca11
	150.5(3)

	O3
	Ca2
	Ca24
	35.85(6)
	 
	C17
	O8
	Ca1
	93.4(2)

	O34
	Ca2
	Ca24
	34.78(6)
	 
	C18
	O9
	Ca22
	142.5(2)

	O34
	Ca2
	O13
	104.55(8)
	 
	C18
	O10
	Ca12
	114.6(2)

	O3
	Ca2
	O13
	119.29(9)
	 
	C16
	C11
	C12
	110.0(3)

	O3
	Ca2
	O23
	73.67(10)
	 
	C17
	C11
	C12
	111.0(3)

	O3
	Ca2
	O34
	70.63(10)
	 
	C17
	C11
	C16
	113.0(3)

	O3
	Ca2
	O44
	120.68(9)
	 
	C13
	C12
	C11
	109.0(3)

	O34
	Ca2
	O44
	52.57(9)
	 
	C14
	C13
	C12
	112.0(3)

	O34
	Ca2
	C73
	94.65(10)
	 
	C18
	C13
	C12
	109.0(3)

	O3
	Ca2
	C73
	96.08(10)
	 
	C18
	C13
	C14
	113.6(3)

	O3
	Ca2
	C84
	95.91(10)
	 
	C13
	C14
	C15
	111.6(3)

	O34
	Ca2
	C84
	26.44(10)
	 
	C16
	C15
	C14
	109.2(3)

	O3
	Ca2
	O4W
	156.34(10)
	 
	C19
	C15
	C14
	108.3(3)

	O44
	Ca2
	Ca24
	86.05(7)
	 
	C19
	C15
	C16
	112.9(3)

	O44
	Ca2
	O13
	67.26(8)
	 
	C15
	C16
	C11
	109.3(3)

	O44
	Ca2
	C73
	74.94(9)
	 
	O7
	C17
	Ca1
	60.44(19)

	O44
	Ca2
	C84
	26.14(10)
	 
	O7
	C17
	C11
	118.0(3)

	C73
	Ca2
	Ca24
	96.57(7)
	 
	O8
	C17
	Ca1
	60.55(19)

	C84
	Ca2
	Ca24
	60.42(8)
	 
	O8
	C17
	O7
	121.0(3)

	C84
	Ca2
	O13
	85.67(9)
	 
	O8
	C17
	C11
	121.0(3)

	C84
	Ca2
	C73
	84.36(10)
	 
	C11
	C17
	Ca1
	177.6(2)

	O3W
	Ca2
	Ca24
	76.14(7)
	 
	O9
	C18
	Ca12
	81.2(2)

	O3W
	Ca2
	O13
	159.57(9)
	 
	O9
	C18
	O10
	122.3(3)

	O3W
	Ca2
	O23
	153.65(10)
	 
	O9
	C18
	C13
	118.2(3)

	O3W
	Ca2
	O34
	76.82(10)
	 
	O10
	C18
	Ca12
	43.96(18)

	O3W
	Ca2
	O3
	80.68(10)
	 
	O10
	C18
	C13
	119.5(3)

	O3W
	Ca2
	O44
	99.81(10)
	 
	C13
	C18
	Ca12
	154.1(2)

	O3W
	Ca2
	C73
	171.45(10)
	 
	O11
	C19
	O12
	123.2(4)

	O3W
	Ca2
	C84
	88.09(10)
	 
	O11
	C19
	C15
	124.7(4)

	O3W
	Ca2
	O4W
	80.15(10)
	 
	O12
	C19
	C15
	112.1(3)


11-X,1-Y,-Z; 2-X,1-Y,-Z; 3-1+X,+Y,+Z; 4-X,-Y,1-Z; 51+X,+Y,+Z

 
	Table 6 Hydrogen Bonds for 13srv223. 

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

	O5
	H5
	O101
	0.82
	1.87
	2.644(4)
	156.6

	O1W
	H1WA
	O3W
	0.87
	2.01
	2.852(4)
	163.8

	O1W
	H1WB
	O6W
	0.87
	1.96
	2.802(4)
	165.1

	O2W
	H2W
	O4W2
	0.86
	2.06
	2.885(4)
	160.2

	O2W
	H1
	O63
	0.80
	2.21
	3.004(4)
	171.6

	O3W
	H3WA
	O24
	0.86
	2.14
	2.984(4)
	169.6

	O3W
	H3WB
	O5W
	0.86
	2.36
	3.196(5)
	165.0

	O4W
	H4WA
	O2W5
	0.86
	2.09
	2.885(4)
	151.8

	O4W
	H4WB
	O8
	0.86
	1.88
	2.742(4)
	173.9

	O5W
	H5WA
	O5W6
	0.85
	1.98
	2.777(7)
	156.4

	O5W
	H5WB
	O116
	0.85
	1.99
	2.816(4)
	164.8

	O6W
	H6WA
	O6W7
	0.85
	1.99
	2.806(7)
	161.9

	O6W
	H6WB
	O63
	0.85
	2.12
	2.857(4)
	145.0

	O12
	H12
	O28
	0.82
	1.92
	2.702(4)
	160.1


11+X,-1+Y,+Z; 21+X,+Y,+Z; 3+X,1+Y,+Z; 41-X,-Y,1-Z; 5-1+X,+Y,+Z; 6-X,1-Y,1-Z; 71-X,1-Y,1-Z; 8-1+X,1+Y,+Z

 
	Table 7 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for 13srv223. 

	Atom
	x
	y
	z
	U(eq)

	H5
	5709
	-2227
	303
	30

	H1A
	4961
	966
	1741
	17

	H2A
	5198
	-518
	4140
	17

	H2B
	4216
	653
	3591
	17

	H3
	2566
	-196
	2701
	17

	H4A
	2811
	-2229
	3137
	21

	H4B
	4392
	-2272
	3769
	21

	H5A
	3863
	-729
	1417
	19

	H6A
	6717
	-1148
	2650
	21

	H6B
	6550
	-298
	1337
	21

	H1WA
	3931
	2476
	3958
	30

	H1WB
	4731
	3475
	3898
	30

	H2W
	7675
	4301
	2337
	42

	H1
	6557
	5261
	2102
	42

	H3WA
	1932
	1190
	5470
	33

	H3WB
	1826
	2416
	4872
	33

	H4WA
	-841
	4038
	2456
	31

	H4WB
	768
	4007
	2668
	31

	H5WA
	398
	4836
	4690
	50

	H5WB
	997
	3742
	5430
	50

	H6WA
	4666
	4766
	4743
	47

	H6WB
	4131
	5533
	3660
	47

	H12
	-633
	9641
	2317
	32

	H11
	2355
	7350
	83
	19

	H12A
	681
	6403
	-713
	17

	H12B
	-294
	5882
	434
	17

	H13
	45
	8328
	-1020
	18

	H14A
	-1797
	7418
	999
	19

	H14B
	-1598
	8763
	178
	19

	H15
	1059
	8679
	675
	19

	H16A
	555
	6246
	2115
	20

	H16B
	2131
	6896
	2070
	20


