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Experimental. Single colorless prism-shaped crystals of (2016ncs0876) were recrystallized from water. A suitable crystal (0.150×0.120×0.060) mm3 was selected and mounted on a MITIGEN holder in perfluoroether oil on a Rigaku FRE+ equipped with HF Varimax confocal mirrors and an AFC12 goniometer and HG Saturn 724+ detector diffractometer. The crystal was kept at T = 100(2) K during data collection. Using Olex2 (Dolomanov et al., 2009), the structure was solved with the ShelXT (Sheldrick, 2015) structure solution program, using the iterative solution method. The model was refined with version 2014/7 of ShelXL (Sheldrick, 2015) using least-squares minimization.
[bookmark: _GoBack]Crystal Data. C2H18B6N2O15Zn, Mr = 440.41, triclinic, P-1 (No. 2), a = 7.3635(2) Å, b = 8.1262(2) Å, c = 13.1817(2) Å,  = 96.991(2)°,  = 94.610(2)°,  = 104.375(2)°, V = 753.35(3) Å3, T = 100(2) K, Z = 2, Z' = 1, (MoK) = 1.715, 33638 reflections measured, 3453 unique (Rint = 0.0237) which were used in all calculations. The final wR2 was 0.0536 (all data) and R1 was 0.0191 (I > 2(I)).
	
Compound 
	2016ncs0876 

	 
	 

	Formula 
	C2H18B6N2O15Zn 

	Dcalc./g·cm−3 
	1.942 

	/mm−1 
	1.715 

	Formula Weight 
	440.41 

	Colour 
	colourless 

	Shape 
	prism 

	Size/mm3 
	0.150×0.120×0.060 

	T/K 
	100(2) 

	Crystal System 
	triclinic 

	Space Group 
	P-1 

	a/Å 
	7.3635(2) 

	b/Å 
	8.1262(2) 

	c/Å 
	13.1817(2) 

	/° 
	96.991(2) 

	/° 
	94.610(2) 

	/° 
	104.375(2) 

	V/Å3 
	753.35(3) 

	Z 
	2 

	Z' 
	1 

	Wavelength/Å 
	0.71075 

	Radiation type 
	MoK 

	min/° 
	2.875 

	max/° 
	27.480 

	Measured Refl. 
	33,638 

	Independent Refl. 
	3453 

	Reflections Used 
	3441 

	Rint 
	0.0237 

	Parameters 
	282 

	Restraints 
	25 

	Largest Peak 
	0.376 

	Deepest Hole 
	−0.374 

	GooF 
	1.044 

	wR2 (all data) 
	0.0536 

	wR2 
	0.0535 

	R1 (all data) 
	0.0191 

	R1 
	0.0191 



Structure Quality Indicators
	Reflections:
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	Refinement:
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A colorless prism-shaped crystal with dimensions 0.150×0.120×0.060 mm3 was mounted on a MITIGEN holder in perfluoroether oil. X-ray diffraction data were collected using a Rigaku FRE+ equipped with HF Varimax confocal mirrors and an AFC12 goniometer and HG Saturn 724+ detector diffractometer equipped with an Oxford Cryosystems low-temperature device, operating at T = 100(2) K.
Data were measured using profile data from -scans scans of 1.0° per frame for 20.0 s using MoK radiation (Rotating Anode, 45.0 kV, 55.0 mA). The total number of runs and images was based on the strategy calculation from the program CrysAlisPro (Rigaku, V1.171.39.9g, 2015). The maximum resolution achieved was  = 27.480°.
Cell parameters were retrieved using the CrysAlisPro (Rigaku, V1.171.39.9g, 2015) software and refined using CrysAlisPro (Rigaku, V1.171.39.9g, 2015) on 28,869 reflections, 86% of the observed reflections. Data reduction was performed using the CrysAlisPro (Rigaku, V1.171.39.9g, 2015) software which corrects for Lorentz polarization. The final completeness is 99.60% out to 27.480° in .
A multi-scan absorption correction was performed using CrysAlisPro 1.171.39.9g (Rigaku Oxford Diffraction, 2015) Empirical absorption correction using spherical harmonics, implemented in SCALE3 ABSPACK scaling algorithm. The absorption coefficient  of this material is 1.715 mm−1 at this wavelength ( = 0.71075 Å) and the minimum and maximum transmissions are 0.89874 and 1.00000..
The structure was solved in the space group P-1 (#2) by iterative using the ShelXT (Sheldrick, 2015) structure solution program and refined by Least Squares using version 2014/7 of ShelXL (Sheldrick, 2015). All non-hydrogen atoms were refined anisotropically. Most hydrogen atom positions were calculated geometrically and refined using the riding model, but some hydrogen atoms were refined freely.
_refine_special_details: There was disorder of the two water molecules, as such various geometrical (BUMP, DFIX) and displacement (SIMU) restraints were used.
There is a single molecule in the asymmetric unit, which is represented by the reported sum formula. In other words: Z is 2 and Z' is 1.
_exptl_absorpt_process_details: CrysAlisPro 1.171.39.9g (Rigaku Oxford Diffraction, 2015) Empirical absorption correction using spherical harmonics, implemented in SCALE3 ABSPACK scaling algorithm.
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Figure 1: The following hydrogen bonding interactions with a maximum D–D distance of 2.9 Å and a minimum angle of 120° are present in 2016ncs0876: O8–O2_1: %( O8 O2_1 )s Å, O9–O7_6: %( O9 O7_6 )s Å, O9–O11_6: %( O9 O11_6 )s Å, O10–O6_7: %( O10 O6_7 )s Å, O11–O21: %( O11 O21 )s Å, O11–O21A: %( O11 O21A )s Å, O12–O8_8: %( O12 O8_8 )s Å, O13–O5_9: %( O13 O5_9 )s Å, N1–O9_10: %( N1 O9_10 )s Å, N1–O9_9: %( N1 O9_9 )s Å, N2–O7_2: %( N2 O7_2 )s Å, N2–O8_8: %( N2 O8_8 )s Å, N2–O21A: %( N2 O21A )s Å, O21–O3_8: %( O21 O3_8 )s Å, O21–O22: %( O21 O22 )s Å, O21–O22A: %( O21 O22A )s Å, O22–O22_3: %( O22 O22_3 )s Å, O22–O3_10: %( O22 O3_10 )s Å, O22–O4_10: %( O22 O4_10 )s Å, O21A–O3_8: %( O21A O3_8 )s Å, O21A–O21A_4: %( O21A O21A_4 )s Å, O22A–O4_10: %( O22A O4_10 )s Å, O22A–O8_1: %( O22A O8_1 )s Å, O22A–N2_5: %( O22A N2_5 )s Å, O21A–O21_4: %( O21A O21_4 )s Å.
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Figure 2: Packing diagram of 2016ncs0876.

Data Plots: Diffraction Data
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Data Plots: Refinement and Data
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Reflection Statistics

	Total reflections (after filtering) 
	33,638 
	Unique reflections 
	3453 

	Completeness 
	0.998 
	Mean I/ 
	85.75 

	hklmax collected 
	(9, 10, 17) 
	hklmin collected 
	(−9, −10, −17) 

	hklmax used 
	(9, 10, 17) 
	hklmin used 
	(−9, −10, 0) 

	Lim dmax collected 
	100.0 
	Lim dmin collected 
	0.36 

	dmax used 
	7.09 
	dmin used 
	0.77 

	Friedel pairs 
	3438 
	Friedel pairs merged 
	1 

	Inconsistent equivalents 
	2 
	Rint 
	0.0237 

	Rsigma 
	0.0092 
	Intensity transformed 
	0 

	Omitted reflections 
	0 
	Omitted by user (OMIT hkl) 
	0 

	Multiplicity 
	(229, 846, 1168, 1192, 1142, 813, 516, 340, 254, 190, 117, 52, 21, 10, 1) 
	Maximum multiplicity 
	24 

	Removed systematic absences 
	0 
	Filtered off (Shel/OMIT) 
	0 





Table 1: Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 2016ncs0876. Ueq is defined as 1/3 of the trace of the orthogonalized Uij.

	Atom
	x
	y
	z
	Ueq

	Zn1
	6760.6(2)
	7277.8(2)
	8205.1(2)
	9.63(6)

	O1
	2979.6(12)
	4692.1(11)
	7572.4(7)
	6.91(17)

	O2
	1611.8(13)
	5526.4(12)
	6076.5(7)
	9.25(17)

	O3
	3703.8(13)
	3721.6(12)
	5877.6(7)
	9.29(18)

	O4
	4036.9(13)
	2155.0(12)
	7253.0(7)
	9.83(18)

	O5
	3433.8(13)
	3123.5(11)
	8953.8(7)
	9.02(17)

	O6
	1505.3(12)
	5056.9(12)
	9126.9(7)
	8.49(17)

	O7
	914.8(13)
	6550.4(12)
	7729.5(7)
	8.99(17)

	O8
	1834.1(13)
	4046.3(12)
	4438.3(7)
	11.04(18)

	O9
	3373.0(14)
	267.5(12)
	8506.2(7)
	11.97(19)

	O10
	−953.8(13)
	6482.6(12)
	9077.3(7)
	9.96(18)

	O11
	4014.2(13)
	7629.2(12)
	7257.2(7)
	9.28(17)

	O12
	6203.9(13)
	4946.0(12)
	7239.6(7)
	9.25(17)

	O13
	4845.1(13)
	6178.2(12)
	9100.3(7)
	8.88(17)

	N1
	7179.2(16)
	9683.4(14)
	9166.0(9)
	11.1(2)

	N2
	8406.2(16)
	8799.3(15)
	7289.8(9)
	12.6(2)

	C1
	8582(2)
	10995.3(18)
	8756.6(11)
	15.8(3)

	C2
	8375(2)
	10599.6(17)
	7589.5(11)
	14.4(3)

	B1
	2365.8(19)
	6144.0(18)
	7148.1(10)
	7.9(2)

	B2
	4275.1(19)
	3861.7(18)
	6969.6(10)
	8.0(2)

	B3
	3197.9(19)
	4758.6(18)
	8716.5(10)
	7.5(2)

	B4
	2378(2)
	4443.3(18)
	5475.6(11)
	9.0(3)

	B5
	3627.0(19)
	1858.7(18)
	8213.4(11)
	9.1(3)

	B6
	522.9(19)
	6013.4(18)
	8638.0(11)
	8.3(2)

	O21
	4648(8)
	8405(6)
	5348(3)
	16.0(6)

	O22
	1462(12)
	9657(10)
	5651(8)
	28.1(10)

	O21A
	5220(30)
	8550(20)
	5461(12)
	25(2)

	O22A
	1330(30)
	9420(20)
	5616(17)
	44(2)




Table 2: Anisotropic Displacement Parameters (×104) 2016ncs0876. The anisotropic displacement factor exponent takes the form: −22[h2a*2 × U11+ ... +2hka* × b* × U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	Zn1
	11.14(8)
	8.00(8)
	9.31(8)
	0.57(5)
	3.88(6)
	1.19(6)

	O1
	8.1(4)
	8.4(4)
	5.1(4)
	0.6(3)
	0.9(3)
	3.7(3)

	O2
	10.4(4)
	11.9(4)
	6.1(4)
	0.4(3)
	−0.5(3)
	4.9(3)

	O3
	10.4(4)
	12.4(4)
	5.8(4)
	0.2(3)
	0.7(3)
	4.9(3)

	O4
	13.1(4)
	8.9(4)
	8.6(4)
	1.1(3)
	2.3(3)
	4.6(3)

	O5
	12.0(4)
	9.1(4)
	6.6(4)
	0.9(3)
	0.5(3)
	4.3(3)

	O6
	8.5(4)
	11.2(4)
	6.7(4)
	1.7(3)
	2.0(3)
	4.0(3)

	O7
	9.7(4)
	11.0(4)
	8.0(4)
	1.7(3)
	2.1(3)
	5.3(3)

	O8
	9.5(4)
	17.1(5)
	7.0(4)
	−0.5(3)
	−0.6(3)
	5.8(4)

	O9
	18.1(5)
	8.8(4)
	10.1(4)
	0.9(3)
	3.7(4)
	5.1(4)

	O10
	9.7(4)
	14.3(4)
	7.5(4)
	2.6(4)
	2.5(3)
	5.1(3)

	O11
	11.3(4)
	9.4(4)
	7.0(4)
	2.0(3)
	2.2(3)
	1.9(3)

	O12
	8.2(4)
	11.9(4)
	7.4(4)
	0.0(3)
	2.0(3)
	2.6(3)

	O13
	9.3(4)
	11.0(4)
	4.7(4)
	0.5(3)
	0.2(3)
	0.2(3)

	N1
	11.5(5)
	11.1(5)
	10.5(5)
	1.1(4)
	1.3(4)
	2.4(4)

	N2
	14.0(5)
	11.6(5)
	13.2(5)
	2.6(4)
	4.9(4)
	3.9(4)

	C1
	17.1(6)
	11.3(6)
	15.8(7)
	0.0(5)
	3.2(5)
	−1.7(5)

	C2
	17.7(6)
	10.9(6)
	15.5(6)
	3.9(5)
	5.5(5)
	3.6(5)

	B1
	9.2(6)
	8.9(6)
	6.3(6)
	1.0(5)
	0.5(5)
	3.7(5)

	B2
	9.2(6)
	9.6(6)
	5.9(6)
	0.4(5)
	1.0(5)
	4.0(5)

	B3
	7.9(6)
	9.2(6)
	5.7(6)
	0.9(5)
	0.9(5)
	2.9(5)

	B4
	8.1(6)
	10.4(6)
	7.8(6)
	1.0(5)
	1.1(5)
	0.9(5)

	B5
	7.5(6)
	10.6(6)
	8.9(6)
	0.3(5)
	−0.6(5)
	2.9(5)

	B6
	7.4(6)
	8.3(6)
	7.9(6)
	−1.1(5)
	−0.2(5)
	1.0(5)

	O21
	16.0(14)
	18.6(10)
	16.3(11)
	3.3(7)
	8.4(11)
	7.5(11)

	O22
	24.8(18)
	18.0(17)
	36.2(17)
	3.0(15)
	−6.3(15)
	−0.8(15)

	O21A
	36(5)
	24(3)
	20(3)
	4(3)
	12(4)
	15(4)

	O22A
	39(3)
	32(4)
	46(3)
	0(3)
	−1(3)
	−17(3)





Table 3: Bond Lengths in Å for 2016ncs0876.


	Atom
	Atom
	Length/Å

	Zn1
	O101
	2.2320(9)

	Zn1
	O11
	2.3874(9)

	Zn1
	O12
	2.0790(9)

	Zn1
	O13
	2.0196(9)

	Zn1
	N1
	2.1345(11)

	Zn1
	N2
	2.0753(11)

	O1
	B1
	1.5146(16)

	O1
	B2
	1.5191(16)

	O1
	B3
	1.4967(15)

	O2
	B1
	1.4555(16)

	O2
	B4
	1.3673(17)

	O3
	B2
	1.4494(16)

	O3
	B4
	1.3617(17)

	O4
	B2
	1.4524(16)

	O4
	B5
	1.3606(17)

	O5
	B3
	1.4493(16)

	O5
	B5
	1.3710(16)

	O6
	B3
	1.4599(16)

	O6
	B6
	1.3670(17)

	O7
	B1
	1.4433(16)

	O7
	B6
	1.3522(17)

	O8
	B4
	1.3691(16)

	O9
	B5
	1.3671(17)

	O10
	Zn12
	2.2320(9)

	O10
	B6
	1.3844(16)

	O11
	B1
	1.4673(16)

	O12
	B2
	1.4633(16)

	O13
	B3
	1.4568(16)

	N1
	C1
	1.4755(17)

	N2
	C2
	1.4746(17)

	C1
	C2
	1.5202(19)


–––– 
11+x,+y,+z; 2−1+x,+y,+z

Table 4: Bond Angles in ° for 2016ncs0876.


	Atom
	Atom
	Atom
	Angle/°

	O101
	Zn1
	O11
	170.18(3)

	O12
	Zn1
	O101
	87.87(4)

	O12
	Zn1
	O11
	84.64(3)

	O12
	Zn1
	N1
	176.79(4)

	O13
	Zn1
	O101
	91.32(4)

	O13
	Zn1
	O11
	82.29(3)

	O13
	Zn1
	O12
	89.41(4)

	O13
	Zn1
	N1
	89.50(4)

	O13
	Zn1
	N2
	167.79(4)

	N1
	Zn1
	O101
	95.17(4)

	N1
	Zn1
	O11
	92.23(4)

	N2
	Zn1
	O101
	98.51(4)

	N2
	Zn1
	O11
	88.84(4)

	N2
	Zn1
	O12
	98.14(4)

	N2
	Zn1
	N1
	82.44(4)

	B1
	O1
	B2
	117.31(9)

	B3
	O1
	B1
	117.44(9)

	B3
	O1
	B2
	117.32(9)

	B4
	O2
	B1
	121.01(10)

	B4
	O3
	B2
	124.04(10)

	B5
	O4
	B2
	120.29(10)

	B5
	O5
	B3
	122.50(10)

	B6
	O6
	B3
	118.76(10)

	B6
	O7
	B1
	124.42(10)

	B6
	O10
	Zn12
	124.05(8)

	B1
	O11
	Zn1
	114.38(7)

	B2
	O12
	Zn1
	121.10(8)

	B3
	O13
	Zn1
	123.87(7)

	C1
	N1
	Zn1
	108.68(8)

	C2
	N2
	Zn1
	108.79(8)

	N1
	C1
	C2
	109.60(11)

	N2
	C2
	C1
	109.00(11)

	O2
	B1
	O1
	107.09(10)

	O2
	B1
	O11
	112.13(10)

	O7
	B1
	O1
	108.29(10)

	O7
	B1
	O2
	110.22(10)

	O7
	B1
	O11
	110.69(10)

	O11
	B1
	O1
	108.25(10)

	O3
	B2
	O1
	109.37(10)

	O3
	B2
	O4
	109.46(10)

	O3
	B2
	O12
	110.48(10)

	O4
	B2
	O1
	106.52(10)

	O4
	B2
	O12
	112.94(10)

	O12
	B2
	O1
	107.94(10)

	O5
	B3
	O1
	108.69(10)

	O5
	B3
	O6
	109.00(10)

	O5
	B3
	O13
	112.65(10)

	O6
	B3
	O1
	109.56(10)

	O13
	B3
	O1
	105.68(10)

	O13
	B3
	O6
	111.15(10)

	O2
	B4
	O8
	120.76(12)

	O3
	B4
	O2
	121.80(12)

	O3
	B4
	O8
	117.44(12)

	O4
	B5
	O5
	122.70(12)

	O4
	B5
	O9
	122.05(12)

	O9
	B5
	O5
	115.24(12)

	O6
	B6
	O10
	119.80(12)

	O7
	B6
	O6
	123.41(12)

	O7
	B6
	O10
	116.79(12)


–––– 
11+x,+y,+z; 2−1+x,+y,+z




Table 5: Torsion Angles in ° for 2016ncs0876.


	Atom
	Atom
	Atom
	Atom
	Angle/°

	Zn11
	O10
	B6
	O6
	−159.72(9)

	Zn11
	O10
	B6
	O7
	20.49(16)

	Zn1
	O11
	B1
	O1
	−7.02(11)

	Zn1
	O11
	B1
	O2
	−124.94(9)

	Zn1
	O11
	B1
	O7
	111.52(9)

	Zn1
	O12
	B2
	O1
	−4.42(13)

	Zn1
	O12
	B2
	O3
	115.12(9)

	Zn1
	O12
	B2
	O4
	−121.91(9)

	Zn1
	O13
	B3
	O1
	−15.66(13)

	Zn1
	O13
	B3
	O5
	102.89(10)

	Zn1
	O13
	B3
	O6
	−134.44(8)

	Zn1
	N1
	C1
	C2
	33.85(13)

	Zn1
	N2
	C2
	C1
	42.93(13)

	N1
	C1
	C2
	N2
	−51.66(15)

	B1
	O1
	B2
	O3
	−38.85(14)

	B1
	O1
	B2
	O4
	−157.05(10)

	B1
	O1
	B2
	O12
	81.40(12)

	B1
	O1
	B3
	O5
	169.26(10)

	B1
	O1
	B3
	O6
	50.24(14)

	B1
	O1
	B3
	O13
	−69.59(12)

	B1
	O2
	B4
	O3
	8.61(19)

	B1
	O2
	B4
	O8
	−171.31(11)

	B1
	O7
	B6
	O6
	2.01(19)

	B1
	O7
	B6
	O10
	−178.21(11)

	B2
	O1
	B1
	O2
	51.71(13)

	B2
	O1
	B1
	O7
	170.55(10)

	B2
	O1
	B1
	O11
	−69.39(13)

	B2
	O1
	B3
	O5
	−42.51(14)

	B2
	O1
	B3
	O6
	−161.53(10)

	B2
	O1
	B3
	O13
	78.64(12)

	B2
	O3
	B4
	O2
	7.10(19)

	B2
	O3
	B4
	O8
	−172.97(11)

	B2
	O4
	B5
	O5
	−0.50(18)

	B2
	O4
	B5
	O9
	179.31(11)

	B3
	O1
	B1
	O2
	−160.07(10)

	B3
	O1
	B1
	O7
	−41.22(14)

	B3
	O1
	B1
	O11
	78.84(12)

	B3
	O1
	B2
	O3
	172.89(10)

	B3
	O1
	B2
	O4
	54.69(13)

	B3
	O1
	B2
	O12
	−66.87(13)

	B3
	O5
	B5
	O4
	15.20(19)

	B3
	O5
	B5
	O9
	−164.63(11)

	B3
	O6
	B6
	O7
	7.29(18)

	B3
	O6
	B6
	O10
	−172.48(11)

	B4
	O2
	B1
	O1
	−35.71(15)

	B4
	O2
	B1
	O7
	−153.31(11)

	B4
	O2
	B1
	O11
	82.89(14)

	B4
	O3
	B2
	O1
	8.19(16)

	B4
	O3
	B2
	O4
	124.55(12)

	B4
	O3
	B2
	O12
	−110.48(13)

	B5
	O4
	B2
	O1
	−31.61(14)

	B5
	O4
	B2
	O3
	−149.75(11)

	B5
	O4
	B2
	O12
	86.71(14)

	B5
	O5
	B3
	O1
	6.64(16)

	B5
	O5
	B3
	O6
	126.00(12)

	B5
	O5
	B3
	O13
	−110.13(13)

	B6
	O6
	B3
	O1
	−31.60(15)

	B6
	O6
	B3
	O5
	−150.42(11)

	B6
	O6
	B3
	O13
	84.82(13)

	B6
	O7
	B1
	O1
	14.45(16)

	B6
	O7
	B1
	O2
	131.29(12)

	B6
	O7
	B1
	O11
	−104.07(13)


–––– 
1−1+x,+y,+z





Table 6: Hydrogen Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for 2016ncs0876. Ueq is defined as 1/3 of the trace of the orthogonalized Uij.

	Atom
	x
	y
	z
	Ueq

	H8
	789
	4260
	4303
	17

	H9
	3484
	−437
	8008
	18

	H10
	−1080(30)
	6090(30)
	9572(17)
	19(5)

	H11
	4110(20)
	7940(20)
	6665(8)
	14

	H12
	6740(20)
	4976(19)
	6689(9)
	14

	H13
	5100(20)
	6360(20)
	9741(7)
	13

	H1A
	6069
	9985
	9176
	13

	H1B
	7600
	9599
	9821
	13

	H2A
	9613
	8704
	7374
	15

	H2B
	7945
	8449
	6616
	15

	H1C
	9870
	11003
	9041
	19

	H1D
	8387
	12145
	8966
	19

	H2C
	7170
	10781
	7298
	17

	H2D
	9422
	11377
	7317
	17

	H21A
	5073
	7742
	4937
	24

	H21B
	3495
	8308
	5149
	24

	H22A
	1340
	9826
	5028
	42

	H22B
	2228
	10530
	6009
	42

	H21C
	5851
	8031
	5097
	37

	H21D
	5062
	9422
	5201
	37

	H22C
	2083
	10011
	6152
	66

	H22D
	365
	8733
	5817
	66




Table 7: Hydrogen Bond information for 2016ncs0876.

	D 
	H 
	A 
	d(D–H)/Å 
	d(H–A)/Å 
	d(D–A)/Å 
	D–H–A/deg 

	O8
	H8
	O21
	0.84
	1.85
	2.6902(13)
	173.3

	O9
	H9
	O72
	0.84
	2.66
	3.1118(13)
	115.2

	O9
	H9
	O112
	0.84
	1.89
	2.7016(13)
	160.6

	O10
	H10
	O63
	0.76(2)
	2.06(2)
	2.8207(13)
	178(2)

	O11
	H11
	O21
	0.852(8)
	1.874(10)
	2.716(4)
	169.7(16)

	O11
	H11
	O21A
	0.852(8)
	1.907(19)
	2.719(16)
	159.2(16)

	O12
	H12
	O84
	0.853(9)
	2.017(10)
	2.8314(13)
	159.4(14)

	O13
	H13
	O55
	0.838(8)
	1.897(10)
	2.6969(13)
	159.4(15)

	N1
	H1A
	O96
	0.91
	2.18
	3.0341(15)
	155.3

	N1
	H1B
	O95
	0.91
	2.37
	3.1243(15)
	140.1

	N2
	H2A
	O77
	0.91
	2.27
	2.9748(14)
	133.8

	N2
	H2B
	O84
	0.91
	2.36
	3.0029(15)
	127.3

	N2
	H2B
	O21A
	0.91
	2.45
	3.18(2)
	137.7

	O21
	H21A
	O34
	0.85
	1.94
	2.783(4)
	173.2

	O21
	H21B
	O22
	0.85
	2.16
	2.817(10)
	133.7

	O21
	H21B
	O22A
	0.85
	2.11
	2.80(2)
	137.4

	O22
	H22A
	O228
	0.85
	2.34
	2.851(16)
	119.3

	O22
	H22B
	O36
	0.85
	2.58
	3.271(8)
	138.8

	O22
	H22B
	O46
	0.85
	2.11
	2.929(10)
	161.5

	O21A
	H21C
	O34
	0.84
	1.91
	2.705(15)
	157.1

	O21A
	H21D
	O21A9
	0.85
	2.00
	2.85(3)
	177.2

	O22A
	H22C
	O46
	0.87
	2.24
	3.083(16)
	163.1

	O22A
	H22D
	O81
	0.87
	2.40
	3.168(17)
	147.9

	O22A
	H22D
	N210
	0.87
	2.51
	3.20(2)
	136.7


–––– 
1−x,1−y,1−z; 2+x, −1+y,+z; 3−x,1−y,2−z; 41−x,1−y,1−z; 51−x,1−y,2−z; 6+x,1+y,+z; 71+x,+y,+z; 8−x,2−y,1−z; 91−x,2−y,1−z; 10−1+x,+y,+z



Table 8: Atomic Occupancies for all atoms that are not fully occupied in 2016ncs0876.


	Atom
	Occupancy

	O21
	0.77(2)

	H21A
	0.77(2)

	H21B
	0.77(2)

	O22
	0.64(3)

	H22A
	0.64(3)

	H22B
	0.64(3)

	O21A
	0.23(2)

	H21C
	0.23(2)

	H21D
	0.23(2)

	O22A
	0.36(3)

	H22C
	0.36(3)

	H22D
	0.36(3)
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