13srv300 

	Table 1 Crystal data and structure refinement for 13srv300. 

	Identification code 
	13srv300

	Empirical formula 
	(C12H11O6)2 x Ca(H2O)4 x 1.25(H2O)

	Formula weight 
	828.07

	Temperature/K 
	100.0

	Crystal system 
	monoclinic

	Space group 
	C2/c

	a/Å 
	22.632(5)

	b/Å 
	10.473(2)

	c/Å 
	29.189(6)

	α/° 
	90.00

	β/° 
	105.622(2)

	γ/° 
	90.00

	Volume/Å3 
	6663(2)

	Z 
	8

	ρcalcmg/mm3 
	1.651

	m/mm‑1 
	0.282

	F(000) 
	3436.0

	Crystal size/mm3 
	0.2 × 0.18 × 0.01

	Radiation 
	Synchrotron (λ = 0.68890)

	2Θ range for data collection 
	3.62 to 58°

	Index ranges 
	-32 ≤ h ≤ 31, -12 ≤ k ≤ 14, -41 ≤ l ≤ 41

	Reflections collected 
	39546

	Independent reflections 
	9657 [Rint = 0.0403, Rsigma = 0.0383]

	Data/restraints/parameters 
	9657/0/517

	Goodness-of-fit on F2 
	1.131

	Final R indexes [I>=2σ (I)] 
	R1 = 0.0666, wR2 = 0.2014

	Final R indexes [all data] 
	R1 = 0.0813, wR2 = 0.2142

	Largest diff. peak/hole / e Å-3 
	0.92/-1.38


 

	Table 2 Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 13srv300. Ueq is defined as 1/3 of of the trace of the orthogonalised UIJ tensor.

	Atom
	x
	y
	z
	U(eq)

	Ca1
	3444.7(2)
	228.7(5)
	2875.88(17)
	21.38(14)

	O1
	2967.4(8)
	1666.1(19)
	2192.6(6)
	23.0(4)

	O2
	3507.3(9)
	41.9(19)
	2051.9(6)
	22.8(4)

	O3
	4068.1(9)
	2939(2)
	1837.4(7)
	26.3(4)

	O4
	3549.9(11)
	4780(2)
	1735.5(9)
	35.7(5)

	O5
	2413.0(14)
	5327(2)
	997.9(10)
	43.5(6)

	O6
	2764.9(11)
	5177(2)
	362.6(8)
	34.4(5)

	O6W
	2500
	7500
	0
	82(3)

	O7
	3996.4(9)
	4244(2)
	929.6(7)
	27.3(4)

	O8
	4166.1(8)
	3237.5(19)
	318.1(7)
	22.5(4)

	O9
	3671.6(9)
	1162.2(19)
	-83.5(6)
	24.1(4)

	O10
	3586.2(9)
	-616.9(19)
	309.2(7)
	24.6(4)

	O11
	4471.3(8)
	1212.9(19)
	1034.4(7)
	22.8(4)

	O12
	4403.1(8)
	255(2)
	1690.9(7)
	25.9(4)

	C1
	3064.8(10)
	1469(2)
	1399.3(8)
	17.4(4)

	C2
	3022.3(11)
	2924(2)
	1356.7(8)
	18.3(4)

	C3
	2816.3(10)
	3307(2)
	826.7(8)
	16.8(4)

	C4
	3220.1(10)
	2760(2)
	526.7(8)
	16.7(4)

	C5
	3235.6(10)
	1290(2)
	584.3(8)
	16.6(4)

	C6
	3451.8(10)
	813(2)
	1100.6(8)
	17.3(4)

	C7
	3191.2(11)
	1050(3)
	1916.6(8)
	19.4(4)

	C8
	3605.8(12)
	3554(3)
	1657.6(9)
	22.1(5)

	C9
	2662.3(12)
	4720(3)
	741.9(10)
	23.3(5)

	C10
	3831.1(11)
	3457(3)
	616.3(9)
	19.7(5)

	C11
	3530.9(11)
	591(3)
	244.9(8)
	19.8(4)

	C12
	4153.3(11)
	821(3)
	1281.8(8)
	19.8(5)

	O1W
	4406.9(10)
	-845(2)
	3017.2(12)
	47.6(7)

	O2W
	3518.1(12)
	-722(3)
	3638.8(9)
	50.1(7)

	O3W
	3005.9(13)
	-2013(3)
	2582.1(10)
	43.4(6)

	O4W
	2357.5(12)
	216(3)
	2816.5(10)
	48.4(8)

	O5W
	4702(2)
	9806(4)
	4348.9(15)
	83.5(12)

	O21
	3216.5(9)
	2010(2)
	3300.7(8)
	35.4(5)

	O22
	3081.7(8)
	3403(2)
	3832.0(7)
	25.5(4)

	O23
	4249.7(8)
	1796.4(19)
	2970.2(7)
	23.3(4)

	O24
	4511.8(9)
	3702(2)
	2747.7(6)
	23.8(4)

	O25
	3452.3(9)
	4796(2)
	3063.1(7)
	29.6(4)

	O26
	3948.1(11)
	6625(2)
	3045.8(8)
	34.5(5)

	O27
	4931.1(17)
	7518(2)
	3792.0(9)
	53.2(8)

	O28
	4745.5(10)
	7400(2)
	4495.0(7)
	28.5(4)

	O29
	3496.5(9)
	6485(2)
	3920.5(7)
	26.5(4)

	O30
	3260.8(8)
	5469.5(19)
	4507.5(7)
	23.1(4)

	O31
	3728.3(10)
	3461(2)
	4961.0(8)
	30.7(5)

	O32
	4002.2(9)
	1635.5(18)
	4694.9(7)
	22.9(4)

	C21
	4112.8(10)
	2878(2)
	3857.3(8)
	18.0(4)

	C22
	4498.8(11)
	3492(2)
	3553.0(8)
	17.3(4)

	C23
	4495.5(11)
	4959(2)
	3540.7(8)
	18.6(4)

	C24
	4658.6(10)
	5478(2)
	4055.9(8)
	17.6(4)

	C25
	4246.6(10)
	4987(2)
	4357.4(8)
	16.0(4)

	C26
	4270.6(10)
	3503(2)
	4352.7(8)
	16.1(4)

	C27
	3427.9(11)
	2746(3)
	3626.7(9)
	22.0(5)

	C28
	4397.1(11)
	2902(3)
	3062.8(8)
	19.7(5)

	C29
	3905.2(12)
	5455(3)
	3203.3(9)
	24.0(5)

	C30
	4768.5(12)
	6910(3)
	4089.9(9)
	23.3(5)

	C31
	3629.3(11)
	5682(3)
	4232.8(9)
	20.2(5)

	C32
	3967.1(11)
	2846(3)
	4692.4(8)
	19.8(5)

	OWA
	2586(4)
	-923(10)
	2632(3)
	25.6(19)


 
	Table 3 Anisotropic Displacement Parameters (Å2×103) for 13srv300. The Anisotropic displacement factor exponent takes the form: -2π2[h2a*2U11+2hka*b*U12+…].

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Ca1
	21.2(2)
	25.7(3)
	17.1(2)
	0.58(18)
	4.90(17)
	-0.66(18)

	O1
	22.8(8)
	30.2(10)
	18.2(8)
	1.1(7)
	9.4(7)
	4.2(7)

	O2
	26.3(9)
	24.2(9)
	20.0(8)
	2.4(7)
	9.7(7)
	3.5(7)

	O3
	21.7(9)
	34.2(11)
	21.0(8)
	-2.7(7)
	2.4(7)
	-3.7(8)

	O4
	35.4(11)
	29.6(11)
	45.2(13)
	-16.1(9)
	16.4(10)
	-7.5(9)

	O5
	65.0(17)
	27.6(12)
	50.1(14)
	-0.4(10)
	36.6(13)
	9.1(11)

	O6
	45.5(13)
	25.4(11)
	39.7(12)
	12.7(9)
	24.2(10)
	11.3(9)

	O7
	22.0(9)
	33.5(11)
	27.8(9)
	-7.8(8)
	9.0(7)
	-7.2(8)

	O8
	18.8(8)
	27(1)
	24.6(8)
	1.4(7)
	10.7(7)
	-1.5(7)

	O9
	30.4(9)
	25.5(10)
	20.2(8)
	0.6(7)
	13.5(7)
	0.0(8)

	O10
	31.4(10)
	22.9(9)
	23.7(9)
	-0.1(7)
	14.4(7)
	3.2(8)

	O11
	16.0(8)
	29.1(10)
	24.8(8)
	0.2(7)
	8.2(6)
	-0.1(7)

	O12
	17.5(8)
	37.6(11)
	22.6(9)
	5.4(8)
	5.2(7)
	6.2(7)

	C1
	14.2(9)
	23.2(12)
	15.6(9)
	-0.9(8)
	5.6(7)
	0.5(8)

	C2
	15.6(10)
	23.0(12)
	17.1(10)
	-0.3(8)
	5.7(8)
	-0.4(8)

	C3
	15.1(9)
	19.3(11)
	17.5(10)
	0.8(8)
	6.7(8)
	1.1(8)

	C4
	15.1(9)
	19.9(11)
	16.0(9)
	-0.4(8)
	6.0(7)
	-1.9(8)

	C5
	14.5(9)
	19.8(11)
	16.5(9)
	-0.8(8)
	5.8(7)
	-0.6(8)

	C6
	17.3(10)
	19.4(11)
	16.2(9)
	0.1(8)
	6.3(8)
	0.4(8)

	C7
	18(1)
	22.9(12)
	17.9(10)
	-0.7(9)
	6.1(8)
	-2.2(9)

	C8
	22.6(11)
	26.7(13)
	18.1(10)
	-5.2(9)
	7.2(8)
	-3.5(9)

	C9
	21.8(11)
	21.5(12)
	27.6(12)
	0.1(10)
	8.5(9)
	-0.1(9)

	C10
	15.9(10)
	23.3(12)
	20.5(10)
	3.6(9)
	6.1(8)
	0.0(8)

	C11
	18.4(10)
	23.4(12)
	18(1)
	-0.3(9)
	5.7(8)
	0.7(9)

	C12
	16.7(10)
	24.1(12)
	19.3(10)
	-1.4(9)
	6.0(8)
	3.0(9)

	O1W
	22.6(10)
	27.7(12)
	91(2)
	20.7(12)
	11.8(12)
	-0.5(9)

	O2W
	39.9(13)
	83(2)
	29.1(11)
	11.5(12)
	12.9(10)
	19.4(13)

	O3W
	33.8(13)
	46.6(16)
	47.7(15)
	10.8(13)
	7.2(11)
	-2.9(12)

	O4W
	27.5(12)
	82(2)
	34.1(13)
	8.5(14)
	4.5(10)
	-15.4(13)

	O5W
	86(3)
	92(3)
	74(2)
	-29(2)
	23(2)
	-20(2)

	O21
	21.5(9)
	50.3(14)
	35.6(11)
	-21.2(10)
	9.9(8)
	-9.9(9)

	O22
	16.6(8)
	32.9(11)
	26.6(9)
	-5.8(8)
	5.4(7)
	-0.5(7)

	O23
	23.2(9)
	25.4(10)
	22.7(8)
	-2.4(7)
	8.4(7)
	-2.0(7)

	O24
	25.2(9)
	32.1(10)
	14.8(7)
	0.0(7)
	6.7(6)
	-5.7(7)

	O25
	20.3(9)
	36.7(12)
	28.8(10)
	9.7(8)
	1.7(7)
	-1.5(8)

	O26
	40.5(12)
	28.6(11)
	31.4(10)
	12.3(9)
	4.4(9)
	0.8(9)

	O27
	103(2)
	27.3(12)
	39.7(13)
	3.2(10)
	37.4(15)
	-15.2(14)

	O28
	36.6(11)
	20.8(10)
	28.3(9)
	-2.5(8)
	9.0(8)
	-7.3(8)

	O29
	20.0(8)
	30.1(11)
	28.6(9)
	6.5(8)
	5.5(7)
	5.1(7)

	O30
	19.3(8)
	25.6(10)
	26.6(9)
	-0.5(7)
	9.9(7)
	2.4(7)

	O31
	41.7(12)
	27.5(11)
	32.2(10)
	2.6(8)
	26.0(9)
	4.4(9)

	O32
	27.9(9)
	21.1(9)
	24.1(8)
	2.7(7)
	14.3(7)
	-0.4(7)

	C21
	16.4(10)
	22.0(12)
	16.8(10)
	0.2(8)
	6.6(8)
	-2.0(8)

	C22
	16.7(10)
	20.7(11)
	15.3(9)
	2.0(8)
	5.6(8)
	-0.7(8)

	C23
	17.2(10)
	21.8(12)
	17.5(10)
	2.3(8)
	5.8(8)
	-1.5(8)

	C24
	15.0(9)
	20.4(11)
	17.2(10)
	0.6(8)
	4.0(8)
	0.4(8)

	C25
	13.7(9)
	18.0(11)
	16.8(9)
	-0.1(8)
	4.8(7)
	0.0(8)

	C26
	15.6(9)
	17.1(11)
	17.3(9)
	0.8(8)
	7.3(8)
	0.8(8)

	C27
	18.5(10)
	28.8(13)
	20(1)
	-1.3(9)
	7.4(8)
	-4.0(9)

	C28
	15.1(10)
	28.7(13)
	16.2(10)
	0.9(9)
	5.8(8)
	0.1(9)

	C29
	24.4(12)
	28.0(14)
	19.6(11)
	4.0(9)
	6.0(9)
	1.1(10)

	C30
	22.3(11)
	22.9(12)
	24.8(11)
	2(1)
	6.3(9)
	-1.8(9)

	C31
	16.8(10)
	23.2(12)
	20.7(10)
	-1.5(9)
	5.4(8)
	-0.7(9)

	C32
	19.5(10)
	23.5(12)
	18(1)
	1.6(9)
	7.9(8)
	-0.1(9)


 
	Table 4 Bond Lengths for 13srv300.

	Atom
	Atom
	Length/Å
	 
	Atom
	Atom
	Length/Å

	Ca1
	O1
	2.500(2)
	 
	C4
	C10
	1.523(3)

	Ca1
	O2
	2.4550(19)
	 
	C5
	C6
	1.537(3)

	Ca1
	O1W
	2.386(2)
	 
	C5
	C11
	1.524(3)

	Ca1
	O2W
	2.404(3)
	 
	C6
	C12
	1.532(3)

	Ca1
	O3W
	2.603(3)
	 
	O21
	C27
	1.218(3)

	Ca1
	O4W
	2.420(3)
	 
	O22
	C27
	1.304(3)

	Ca1
	O21
	2.373(2)
	 
	O23
	C28
	1.215(3)

	Ca1
	O23
	2.413(2)
	 
	O24
	C28
	1.320(3)

	Ca1
	OWA
	2.234(10)
	 
	O25
	C29
	1.212(3)

	O1
	C7
	1.242(3)
	 
	O26
	C29
	1.322(3)

	O2
	C7
	1.277(3)
	 
	O27
	C30
	1.212(3)

	O3
	C8
	1.220(3)
	 
	O28
	C30
	1.303(3)

	O4
	C8
	1.316(4)
	 
	O29
	C31
	1.217(3)

	O5
	C9
	1.228(3)
	 
	O30
	C31
	1.322(3)

	O6
	C9
	1.284(3)
	 
	O31
	C32
	1.245(3)

	O7
	C10
	1.213(3)
	 
	O32
	C32
	1.271(3)

	O8
	C10
	1.319(3)
	 
	C21
	C22
	1.544(3)

	O9
	C11
	1.242(3)
	 
	C21
	C26
	1.539(3)

	O10
	C11
	1.280(3)
	 
	C21
	C27
	1.521(3)

	O11
	C12
	1.220(3)
	 
	C22
	C23
	1.536(4)

	O12
	C12
	1.316(3)
	 
	C22
	C28
	1.518(3)

	C1
	C2
	1.530(4)
	 
	C23
	C24
	1.548(3)

	C1
	C6
	1.552(3)
	 
	C23
	C29
	1.522(4)

	C1
	C7
	1.524(3)
	 
	C24
	C25
	1.533(3)

	C2
	C3
	1.544(3)
	 
	C24
	C30
	1.520(4)

	C2
	C8
	1.525(3)
	 
	C25
	C26
	1.555(3)

	C3
	C4
	1.537(3)
	 
	C25
	C31
	1.530(3)

	C3
	C9
	1.524(4)
	 
	C26
	C32
	1.515(3)

	C4
	C5
	1.547(3)
	 
	 
	 
	 


 
	Table 5 Bond Angles for 13srv300.

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

	O1
	Ca1
	O3W
	103.63(8)
	 
	O1
	C7
	C1
	119.5(2)

	O2
	Ca1
	O1
	52.63(6)
	 
	O2
	C7
	Ca1
	59.76(12)

	O2
	Ca1
	O3W
	73.91(8)
	 
	O2
	C7
	C1
	119.0(2)

	O1W
	Ca1
	O1
	126.86(8)
	 
	C1
	C7
	Ca1
	178.73(18)

	O1W
	Ca1
	O2
	80.85(9)
	 
	O3
	C8
	O4
	123.5(2)

	O1W
	Ca1
	O2W
	79.19(10)
	 
	O3
	C8
	C2
	121.9(2)

	O1W
	Ca1
	O3W
	83.20(9)
	 
	O4
	C8
	C2
	114.4(2)

	O1W
	Ca1
	O4W
	150.80(10)
	 
	O5
	C9
	O6
	123.4(3)

	O1W
	Ca1
	O23
	71.02(8)
	 
	O5
	C9
	C3
	121.7(2)

	O2W
	Ca1
	O1
	153.59(8)
	 
	O6
	C9
	C3
	114.6(2)

	O2W
	Ca1
	O2
	150.08(9)
	 
	O7
	C10
	O8
	120.0(2)

	O2W
	Ca1
	O3W
	81.76(11)
	 
	O7
	C10
	C4
	122.5(2)

	O2W
	Ca1
	O4W
	83.07(9)
	 
	O8
	C10
	C4
	117.4(2)

	O2W
	Ca1
	O23
	108.33(9)
	 
	O9
	C11
	O10
	123.6(2)

	O4W
	Ca1
	O1
	74.55(8)
	 
	O9
	C11
	C5
	121.2(2)

	O4W
	Ca1
	O2
	104.79(8)
	 
	O10
	C11
	C5
	115.0(2)

	O4W
	Ca1
	O3W
	71.39(11)
	 
	O11
	C12
	O12
	120.7(2)

	O21
	Ca1
	O1
	80.52(8)
	 
	O11
	C12
	C6
	121.3(2)

	O21
	Ca1
	O2
	130.75(8)
	 
	O12
	C12
	C6
	117.6(2)

	O21
	Ca1
	O1W
	126.66(10)
	 
	C27
	O21
	Ca1
	144.2(2)

	O21
	Ca1
	O2W
	79.17(10)
	 
	C28
	O23
	Ca1
	145.84(17)

	O21
	Ca1
	O3W
	139.82(9)
	 
	C26
	C21
	C22
	109.84(19)

	O21
	Ca1
	O4W
	71.44(10)
	 
	C27
	C21
	C22
	116.78(19)

	O21
	Ca1
	O23
	70.68(7)
	 
	C27
	C21
	C26
	113.91(19)

	O23
	Ca1
	O1
	80.33(7)
	 
	C23
	C22
	C21
	115.5(2)

	O23
	Ca1
	O2
	85.70(7)
	 
	C28
	C22
	C21
	114.0(2)

	O23
	Ca1
	O3W
	149.41(8)
	 
	C28
	C22
	C23
	112.7(2)

	O23
	Ca1
	O4W
	137.23(10)
	 
	C22
	C23
	C24
	109.27(19)

	OWA
	Ca1
	O1
	85.4(3)
	 
	C29
	C23
	C22
	110.7(2)

	OWA
	Ca1
	O2
	85.4(3)
	 
	C29
	C23
	C24
	116.5(2)

	OWA
	Ca1
	O1W
	118.4(3)
	 
	C25
	C24
	C23
	114.67(19)

	OWA
	Ca1
	O2W
	84.8(3)
	 
	C30
	C24
	C23
	113.7(2)

	OWA
	Ca1
	O3W
	35.5(3)
	 
	C30
	C24
	C25
	114.1(2)

	OWA
	Ca1
	O4W
	36.3(3)
	 
	C24
	C25
	C26
	107.58(19)

	OWA
	Ca1
	O21
	107.3(3)
	 
	C31
	C25
	C24
	111.20(19)

	OWA
	Ca1
	O23
	165.7(3)
	 
	C31
	C25
	C26
	120.4(2)

	C7
	O1
	Ca1
	92.33(15)
	 
	C21
	C26
	C25
	115.68(19)

	C7
	O2
	Ca1
	93.54(14)
	 
	C32
	C26
	C21
	113.0(2)

	C2
	C1
	C6
	115.31(19)
	 
	C32
	C26
	C25
	115.14(19)

	C7
	C1
	C2
	111.0(2)
	 
	O21
	C27
	O22
	122.3(2)

	C7
	C1
	C6
	116.4(2)
	 
	O21
	C27
	C21
	122.8(2)

	C1
	C2
	C3
	109.61(19)
	 
	O22
	C27
	C21
	114.6(2)

	C8
	C2
	C1
	111.0(2)
	 
	O23
	C28
	O24
	122.9(2)

	C8
	C2
	C3
	116.5(2)
	 
	O23
	C28
	C22
	124.1(2)

	C4
	C3
	C2
	114.11(19)
	 
	O24
	C28
	C22
	113.0(2)

	C9
	C3
	C2
	114.1(2)
	 
	O25
	C29
	O26
	123.0(3)

	C9
	C3
	C4
	114.5(2)
	 
	O25
	C29
	C23
	122.7(2)

	C3
	C4
	C5
	107.99(18)
	 
	O26
	C29
	C23
	114.1(2)

	C10
	C4
	C3
	112.0(2)
	 
	O27
	C30
	O28
	122.6(3)

	C10
	C4
	C5
	117.7(2)
	 
	O27
	C30
	C24
	123.2(3)

	C6
	C5
	C4
	114.95(19)
	 
	O28
	C30
	C24
	113.7(2)

	C11
	C5
	C4
	114.13(19)
	 
	O29
	C31
	O30
	120.1(2)

	C11
	C5
	C6
	113.7(2)
	 
	O29
	C31
	C25
	122.2(2)

	C5
	C6
	C1
	109.13(19)
	 
	O30
	C31
	C25
	117.4(2)

	C12
	C6
	C1
	119.52(19)
	 
	O31
	C32
	O32
	123.4(2)

	C12
	C6
	C5
	111.31(19)
	 
	O31
	C32
	C26
	121.8(2)

	O1
	C7
	Ca1
	61.73(13)
	 
	O32
	C32
	C26
	114.7(2)

	O1
	C7
	O2
	121.4(2)
	 
	 
	 
	 
	 


 
	Table 6 Hydrogen Bonds for 13srv300.

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

	O6
	H6
	O6W
	0.89
	1.85
	2.656(2)
	149.8

	O8
	H8
	O9
	0.84
	1.79
	2.578(3)
	157.0

	O12
	H12
	O2
	0.86
	1.67
	2.534(3)
	175.5

	O1W
	H1WA
	O261
	0.85
	2.07
	2.855(3)
	154.0

	O2W
	H2WB
	O52
	1.03
	1.81
	2.824(4)
	167.7

	O4W
	H4WB
	O42
	0.85
	2.21
	2.753(4)
	121.9

	O5W
	H5WA
	O113
	1.11
	1.79
	2.837(5)
	153.8

	O5W
	H5WB
	O324
	1.07
	1.83
	2.839(5)
	156.6

	O24
	H24
	O3
	0.89
	1.83
	2.696(3)
	165.5

	O26
	H26
	O3W4
	0.86
	1.77
	2.619(4)
	166.0

	O28
	H28
	O5W
	0.94
	1.67
	2.553(5)
	154.4

	O30
	H30
	O31
	0.90
	1.67
	2.557(3)
	170.2

	O32
	H32
	O105
	1.19
	1.30
	2.480(3)
	173.5


1+X,-1+Y,+Z; 21/2-X,-1/2+Y,1/2-Z; 31-X,1+Y,1/2-Z; 4+X,1+Y,+Z; 5+X,-Y,1/2+Z

 

	Table 7 Torsion Angles for 13srv300.

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

	Ca1
	O1
	C7
	O2
	2.8(2)
	 
	O3W
	Ca1
	O1
	C7
	-58.59(16)

	Ca1
	O1
	C7
	C1
	-179.84(19)
	 
	O3W
	Ca1
	O2
	C7
	123.45(16)

	Ca1
	O2
	C7
	O1
	-2.8(3)
	 
	O3W
	Ca1
	C7
	O1
	123.96(16)

	Ca1
	O2
	C7
	C1
	179.78(19)
	 
	O3W
	Ca1
	C7
	O2
	-53.29(16)

	Ca1
	O21
	C27
	O22
	-159.7(2)
	 
	O3W
	Ca1
	C7
	C1
	-62(9)

	Ca1
	O21
	C27
	C21
	14.3(5)
	 
	O3W
	Ca1
	O21
	C27
	130.1(3)

	Ca1
	O23
	C28
	O24
	-113.3(3)
	 
	O3W
	Ca1
	O23
	C28
	166.6(3)

	Ca1
	O23
	C28
	C22
	69.8(4)
	 
	O4W
	Ca1
	O1
	C7
	-124.53(18)

	O1
	Ca1
	O2
	C7
	1.51(14)
	 
	O4W
	Ca1
	O2
	C7
	58.26(17)

	O1
	Ca1
	C7
	O2
	-177.3(2)
	 
	O4W
	Ca1
	C7
	O1
	52.57(17)

	O1
	Ca1
	C7
	C1
	174(100)
	 
	O4W
	Ca1
	C7
	O2
	-124.69(17)

	O1
	Ca1
	O21
	C27
	-129.9(4)
	 
	O4W
	Ca1
	C7
	C1
	-134(9)

	O1
	Ca1
	O23
	C28
	66.2(3)
	 
	O4W
	Ca1
	O21
	C27
	153.3(4)

	O2
	Ca1
	O1
	C7
	-1.55(14)
	 
	O4W
	Ca1
	O23
	C28
	11.7(3)

	O2
	Ca1
	C7
	O1
	177.3(2)
	 
	O21
	Ca1
	O1
	C7
	162.25(16)

	O2
	Ca1
	C7
	C1
	-9(8)
	 
	O21
	Ca1
	O2
	C7
	-19.79(18)

	O2
	Ca1
	O21
	C27
	-112.9(4)
	 
	O21
	Ca1
	C7
	O1
	-18.16(16)

	O2
	Ca1
	O23
	C28
	118.9(3)
	 
	O21
	Ca1
	C7
	O2
	164.59(15)

	C1
	C2
	C3
	C4
	-54.7(3)
	 
	O21
	Ca1
	C7
	C1
	156(9)

	C1
	C2
	C3
	C9
	170.98(19)
	 
	O21
	Ca1
	O23
	C28
	-17.1(3)

	C1
	C2
	C8
	O3
	11.0(3)
	 
	O23
	Ca1
	O1
	C7
	90.42(15)

	C1
	C2
	C8
	O4
	-163.8(2)
	 
	O23
	Ca1
	O2
	C7
	-79.60(15)

	C1
	C6
	C12
	O11
	-126.2(3)
	 
	O23
	Ca1
	C7
	O1
	-85.36(15)

	C1
	C6
	C12
	O12
	61.5(3)
	 
	O23
	Ca1
	C7
	O2
	97.38(15)

	C2
	C1
	C6
	C5
	-50.8(3)
	 
	O23
	Ca1
	C7
	C1
	89(9)

	C2
	C1
	C6
	C12
	78.9(3)
	 
	O23
	Ca1
	O21
	C27
	-46.9(3)

	C2
	C1
	C7
	Ca1
	-139(8)
	 
	C21
	C22
	C23
	C24
	51.5(3)

	C2
	C1
	C7
	O1
	34.5(3)
	 
	C21
	C22
	C23
	C29
	-78.2(2)

	C2
	C1
	C7
	O2
	-148.0(2)
	 
	C21
	C22
	C28
	O23
	-29.1(3)

	C2
	C3
	C4
	C5
	56.0(3)
	 
	C21
	C22
	C28
	O24
	153.7(2)

	C2
	C3
	C4
	C10
	-75.2(3)
	 
	C21
	C26
	C32
	O31
	-137.4(3)

	C2
	C3
	C9
	O5
	-36.2(4)
	 
	C21
	C26
	C32
	O32
	45.7(3)

	C2
	C3
	C9
	O6
	149.5(2)
	 
	C22
	C21
	C26
	C25
	51.2(3)

	C3
	C2
	C8
	O3
	-115.3(3)
	 
	C22
	C21
	C26
	C32
	-173.11(19)

	C3
	C2
	C8
	O4
	69.8(3)
	 
	C22
	C21
	C27
	O21
	69.2(4)

	C3
	C4
	C5
	C6
	-55.7(2)
	 
	C22
	C21
	C27
	O22
	-116.4(3)

	C3
	C4
	C5
	C11
	170.42(19)
	 
	C22
	C23
	C24
	C25
	-55.4(3)

	C3
	C4
	C10
	O7
	8.1(3)
	 
	C22
	C23
	C24
	C30
	170.8(2)

	C3
	C4
	C10
	O8
	-167.6(2)
	 
	C22
	C23
	C29
	O25
	16.7(3)

	C4
	C3
	C9
	O5
	-170.3(3)
	 
	C22
	C23
	C29
	O26
	-157.8(2)

	C4
	C3
	C9
	O6
	15.4(3)
	 
	C23
	C22
	C28
	O23
	-163.3(2)

	C4
	C5
	C6
	C1
	52.9(3)
	 
	C23
	C22
	C28
	O24
	19.5(3)

	C4
	C5
	C6
	C12
	-81.2(2)
	 
	C23
	C24
	C25
	C26
	55.9(2)

	C4
	C5
	C11
	O9
	-8.4(3)
	 
	C23
	C24
	C25
	C31
	-77.9(3)

	C4
	C5
	C11
	O10
	175.4(2)
	 
	C23
	C24
	C30
	O27
	-25.0(4)

	C5
	C4
	C10
	O7
	-118.0(3)
	 
	C23
	C24
	C30
	O28
	162.9(2)

	C5
	C4
	C10
	O8
	66.3(3)
	 
	C24
	C23
	C29
	O25
	-109.0(3)

	C5
	C6
	C12
	O11
	2.4(3)
	 
	C24
	C23
	C29
	O26
	76.5(3)

	C5
	C6
	C12
	O12
	-169.9(2)
	 
	C24
	C25
	C26
	C21
	-54.0(2)

	C6
	C1
	C2
	C3
	51.7(3)
	 
	C24
	C25
	C26
	C32
	171.17(19)

	C6
	C1
	C2
	C8
	-78.3(2)
	 
	C24
	C25
	C31
	O29
	2.3(3)

	C6
	C1
	C7
	Ca1
	-5(9)
	 
	C24
	C25
	C31
	O30
	-171.5(2)

	C6
	C1
	C7
	O1
	169.2(2)
	 
	C25
	C24
	C30
	O27
	-159.1(3)

	C6
	C1
	C7
	O2
	-13.4(3)
	 
	C25
	C24
	C30
	O28
	28.9(3)

	C6
	C5
	C11
	O9
	-142.9(2)
	 
	C25
	C26
	C32
	O31
	-1.4(3)

	C6
	C5
	C11
	O10
	40.9(3)
	 
	C25
	C26
	C32
	O32
	-178.3(2)

	C7
	C1
	C2
	C3
	-173.10(18)
	 
	C26
	C21
	C22
	C23
	-49.6(3)

	C7
	C1
	C2
	C8
	56.8(2)
	 
	C26
	C21
	C22
	C28
	177.52(19)

	C7
	C1
	C6
	C5
	176.6(2)
	 
	C26
	C21
	C27
	O21
	-161.0(3)

	C7
	C1
	C6
	C12
	-53.8(3)
	 
	C26
	C21
	C27
	O22
	13.4(3)

	C8
	C2
	C3
	C4
	72.3(3)
	 
	C26
	C25
	C31
	O29
	-124.8(3)

	C8
	C2
	C3
	C9
	-62.0(3)
	 
	C26
	C25
	C31
	O30
	61.4(3)

	C9
	C3
	C4
	C5
	-169.9(2)
	 
	C27
	C21
	C22
	C23
	82.1(3)

	C9
	C3
	C4
	C10
	58.9(3)
	 
	C27
	C21
	C22
	C28
	-50.8(3)

	C10
	C4
	C5
	C6
	72.4(3)
	 
	C27
	C21
	C26
	C25
	-82.0(3)

	C10
	C4
	C5
	C11
	-61.5(3)
	 
	C27
	C21
	C26
	C32
	53.7(3)

	C11
	C5
	C6
	C1
	-173.00(19)
	 
	C28
	C22
	C23
	C24
	-175.05(18)

	C11
	C5
	C6
	C12
	53.0(3)
	 
	C28
	C22
	C23
	C29
	55.3(3)

	O1W
	Ca1
	O1
	C7
	33.10(19)
	 
	C29
	C23
	C24
	C25
	71.0(3)

	O1W
	Ca1
	O2
	C7
	-151.05(16)
	 
	C29
	C23
	C24
	C30
	-62.8(3)

	O1W
	Ca1
	C7
	O1
	-153.20(15)
	 
	C30
	C24
	C25
	C26
	-170.50(19)

	O1W
	Ca1
	C7
	O2
	29.54(16)
	 
	C30
	C24
	C25
	C31
	55.7(3)

	O1W
	Ca1
	C7
	C1
	21(9)
	 
	C31
	C25
	C26
	C21
	74.7(3)

	O1W
	Ca1
	O21
	C27
	-0.6(4)
	 
	C31
	C25
	C26
	C32
	-60.1(3)

	O1W
	Ca1
	O23
	C28
	-159.3(3)
	 
	OWA
	Ca1
	O1
	C7
	-89.3(3)

	O2W
	Ca1
	O1
	C7
	-157.6(2)
	 
	OWA
	Ca1
	O2
	C7
	89.2(3)

	O2W
	Ca1
	O2
	C7
	160.30(18)
	 
	OWA
	Ca1
	C7
	O1
	88.6(3)

	O2W
	Ca1
	C7
	O1
	97.4(5)
	 
	OWA
	Ca1
	C7
	O2
	-88.7(3)

	O2W
	Ca1
	C7
	O2
	-79.9(5)
	 
	OWA
	Ca1
	C7
	C1
	-98(9)

	O2W
	Ca1
	C7
	C1
	-89(9)
	 
	OWA
	Ca1
	O21
	C27
	148.0(4)

	O2W
	Ca1
	O21
	C27
	67.1(4)
	 
	OWA
	Ca1
	O23
	C28
	67.3(11)

	O2W
	Ca1
	O23
	C28
	-88.1(3)
	 
	 
	 
	 
	 
	 


 
	Table 8 Hydrogen Atom Coordinates (Å×104) and Isotropic Displacement Parameters (Å2×103) for 13srv300.

	Atom
	x
	y
	z
	U(eq)

	H6
	2695
	6013
	351
	81(18)

	H6WA
	2638
	7243
	-228
	124

	H6WB
	2796
	7757
	228
	124

	H8
	4024
	2656
	122
	51(13)

	H12
	4111
	177
	1828
	57(14)

	H1
	2624
	1243
	1224
	23(8)

	H2
	2672
	3304
	1527
	20(8)

	H3
	2427
	2937
	709
	5(6)

	H4
	3072
	2930
	211
	18(7)

	H5
	2801
	978
	466
	7(6)

	H6A
	3386
	0
	1092
	31(9)

	H1WA
	4346
	-1640
	2969
	71

	H1WB
	4612
	-722
	3304
	71

	H2WA
	3516
	-1802
	3737
	340(90)

	H2WB
	3226
	-271
	3803
	140(30)

	H3WA
	3203
	-2319
	2397
	65

	H3WB
	2629
	-1944
	2433
	65

	H4WA
	2208
	-506
	2713
	73

	H4WB
	2303
	347
	3090
	73

	H5WA
	5123
	10242
	4287
	77(17)

	H5WB
	4509
	10408
	4566
	24(8)

	H22
	2686
	3225
	3676
	58(13)

	H24
	4399
	3327
	2464
	48(12)

	H26
	3602
	6982
	2909
	90(20)

	H28
	4796
	8292
	4533
	90(20)

	H30
	3402
	4790
	4690
	47(12)

	H32
	3775
	1178
	4979
	72(16)

	H21
	4232
	2063
	3907
	21(8)

	H22A
	5021
	3272
	3747
	26(8)

	H23
	4808
	5254
	3415
	15(7)

	H24A
	5095
	5056
	4210
	25(8)

	H25
	4405
	5237
	4702
	48(12)

	H26A
	4722
	3298
	4507
	23(8)

	HWAA
	2630
	-1626
	2783
	38

	HWAB
	2518
	-1070
	2336
	38


 
	Table 9 Atomic Occupancy for 13srv300.

	Atom
	Occupancy
	 
	Atom
	Occupancy
	 
	Atom
	Occupancy

	O6W
	0.50
	 
	H6WA
	0.25
	 
	H6WB
	0.25

	O3W
	0.90
	 
	H3WA
	0.90
	 
	H3WB
	0.90

	O4W
	0.90
	 
	H4WA
	0.90
	 
	H4WB
	0.90

	OWA
	0.20
	 
	HWAA
	0.20
	 
	HWAB
	0.20


 

	Table 10 Solvent masks information for 13srv300.

	Number
	X
	Y
	Z
	Volume
	Electron count
	Content

	1
	0.000
	0.232
	0.250
	164.0
	32.4
	?

	2
	0.000
	-0.232
	0.750
	164.0
	32.3
	?

	3
	0.000
	0.500
	0.500
	14.5
	7.7
	?

	4
	0.000
	0.500
	0.000
	14.5
	7.7
	?

	5
	0.500
	0.268
	0.750
	164.0
	32.3
	?

	6
	0.500
	0.732
	0.250
	164.0
	32.4
	?

	7
	0.500
	0.000
	0.000
	14.5
	7.7
	?

	8
	0.500
	0.000
	0.500
	14.5
	7.7
	?


Refinement model description 

Number of restraints - 0, number of constraints - unknown. 

Details:

1. Fixed Uiso
 At 1.5 times of:
  All O(H,H) groups
2. Others
 Fixed Sof: O6W(0.25) H6WA(0.25) H6WB(0.25) O3W(0.9) H3WA(0.9) H3WB(0.9)
 O4W(0.9) H4WA(0.9) H4WB(0.9) OWA(0.2) HWAA(0.2) HWAB(0.2)
3.a Riding coordinates:
 O6(H6), O6W(H6WA), O6W(H6WB), O8(H8), O12(H12), C1(H1), C2(H2), C3(H3),
 C4(H4), C5(H5), C6(H6A), O1W(H1WA), O1W(H1WB), O2W(H2WA), O2W(H2WB), O3W(H3WA),
  O3W(H3WB), O4W(H4WA), O4W(H4WB), O5W(H5WA), O5W(H5WB), O22(H22), O24(H24),
 O26(H26), O28(H28), O30(H30), O32(H32), C21(H21), C22(H22A), C23(H23),
 C24(H24A), C25(H25), C26(H26A), OWA(HWAA), OWA(HWAB)

