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Experimental. Single colorless block-shaped crystals of MAB2u were obtained. A suitable crystal 0.120×0.040×0.025 mm3 was selected and mounted on a suitable support on an Rigaku FRE+ equipped with VHF Varimax confocal mirrors and an AFC12 goniometer and HyPix 6000 detector diffractometer. The crystal was kept at a steady T = 100(2) K during data collection. The structure was solved with the ShelXT (Sheldrick, 2015) structure solution program using the dual solution method and by using Olex2 (Dolomanov et al., 2009) as the graphical interface. The model was refined with version 2018/3 of ShelXL (Sheldrick, 2015) using full matrix least squares on F2 minimisation.
Crystal Data. C3H19B6N2O14.5Zn, Mr = 445.43, triclinic, P-1 (No. 2), a = 7.5169(3) Å, b = 8.1310(3) Å, c = 13.1409(4) Å,  = 96.203(3)°,  = 94.121(3)°,  = 103.277(3)°, V = 773.23(5) Å3, T = 100(2) K, Z = 2, Z' = 1, (MoK) = 1.670, 19362 reflections measured, 3522 unique (Rint = 0.0308) which were used in all calculations. The final wR2 was 0.0646 (all data) and R1 was 0.0257 (I > 2(I)).
	
Compound 
	MAB2u 

	 
	 

	Formula 
	C3H19B6N2O14.5Zn 

	Dcalc./g·cm−3 
	1.913 

	/mm−1 
	1.670 

	Formula Weight 
	445.43 

	Colour 
	colourless 

	Shape 
	block 

	Size/mm3 
	0.120×0.040×0.025 

	T/K 
	100(2) 

	Crystal System 
	triclinic 

	Space Group 
	P-1 

	a/Å 
	7.5169(3) 

	b/Å 
	8.1310(3) 

	c/Å 
	13.1409(4) 

	/° 
	96.203(3) 

	/°
	94.121(3) 

	/° 
	103.277(3) 

	V/Å3 
	773.23(5) 

	Z 
	2 

	Z' 
	1 

	Wavelength/Å 
	0.71075 

	Radiation type 
	MoK 

	min/° 
	2.595 

	max/° 
	27.477 

	Measured Refl. 
	19,362 

	Independent Refl. 
	3522 

	Reflections with I > 2(I) 
	3284 

	Rint 
	0.0308 

	Parameters 
	301 

	Restraints 
	304 

	Largest Peak 
	0.358 

	Deepest Hole 
	-0.379 

	GooF 
	1.077 

	wR2 (all data) 
	0.0646 

	wR2 
	0.0637 

	R1 (all data) 
	0.0282 

	R1 
	0.0257 



Structure Quality Indicators
	Reflections:
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	Refinement:
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A colorless block-shaped crystal with dimensions 0.120×0.040×0.025 mm3 was mounted on a suitable support. Data were collected using an Rigaku FRE+ equipped with VHF Varimax confocal mirrors and an AFC12 goniometer and HyPix 6000 detector diffractometer equipped with an Oxford Cryosystems low-temperature device operating at T = 100(2) K.
Data were measured using profile data from -scans using MoK radiation. The total number of runs and images was based on the strategy calculation from the program CrysAlisPro (Rigaku, V1.171.39.28e, 2015) The maximum resolution that was achieved was  = 27.477° (0.83 Å).
The diffraction pattern was indexed The total number of runs and images was based on the strategy calculation from the program CrysAlisPro (Rigaku, V1.171.39.28e, 2015) and the unit cell was refined using CrysAlisPro (Rigaku, V1.171.39.28e, 2015) on 8725 reflections, 45% of the observed reflections.
Data reduction, scaling and absorption corrections were performed using CrysAlisPro (Rigaku, V1.171.39.28e, 2015). The final completeness is 99.90% out to 27.477° in . A multi-scan absorption correction was performed using CrysAlisPro 1.171.39.28e (Rigaku Oxford Diffraction, 2015) Empirical absorption correction using spherical harmonics, implemented in SCALE3 ABSPACK scaling algorithm. The absorption coefficient  of this material is 1.670 mm−1 at this wavelength ( = 0.711 Å) and the minimum and maximum transmissions are 0.706 and 1.000.
The structure was solved and the space group P-1 (# 2) determined by the ShelXT (Sheldrick, 2015) structure solution program using dual and refined by full matrix least squares on F2 using version 2018/3 of ShelXL (Sheldrick, 2015). All non-hydrogen atoms were refined anisotropically. Hydrogen atom positions were calculated geometrically and refined using the riding model. Most hydrogen atom positions were calculated geometrically and refined using the riding model, but some hydrogen atoms were refined freely.
_refine_special_details: There is disorder of the ligand, zinc cation and water molecules. As such various restraints (RIGU, DFIX and BUMP) and constraints (EADP, EXYZ) were applied.
_exptl_absorpt_process_details: CrysAlisPro 1.171.39.28e (Rigaku Oxford Diffraction, 2015) Empirical absorption correction using spherical harmonics, implemented in SCALE3 ABSPACK scaling algorithm.
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.
Data Plots: Diffraction Data
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Data Plots: Refinement and Data
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Reflection Statistics

	Total reflections (after filtering) 
	19,362 
	Unique reflections 
	3522 

	Completeness 
	0.997 
	Mean I/ 
	31.56 

	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 
	7.85 
	dmin used 
	0.77 

	Friedel pairs 
	3260 
	Friedel pairs merged 
	1 

	Inconsistent equivalents 
	0 
	Rint 
	0.0308 

	Rsigma 
	0.0214 
	Intensity transformed 
	0 

	Omitted reflections 
	0 
	Omitted by user (OMIT hkl) 
	0 

	Multiplicity 
	(1041, 1819, 1840, 1378, 574, 129, 1) 
	Maximum multiplicity 
	12 

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




Table 1: Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for MAB2u. Ueq is defined as 1/3 of the trace of the orthogonalized Uij.

	Atom
	x
	y
	z
	Ueq

	O(1)
	3021.3(15)
	4830.6(14)
	7590.0(8)
	8.0(2)

	O(2)
	4090.7(16)
	2288.4(15)
	7284.3(9)
	11.8(2)

	O(3)
	3479.2(16)
	3235.7(14)
	8981.9(8)
	9.8(2)

	O(4)
	1566.6(15)
	5171.0(14)
	9155.2(8)
	9.5(2)

	O(5)
	886.2(16)
	6616.4(14)
	7734.9(9)
	10.1(2)

	O(6)
	1606.9(16)
	5615.8(15)
	6081.4(8)
	9.8(2)

	O(7)
	3732.5(16)
	3853.7(15)
	5892.8(8)
	10.5(2)

	O(8)
	3457.2(18)
	386.5(15)
	8546.6(9)
	14.9(3)

	O(9)
	−976.5(16)
	6454.8(15)
	9083.2(9)
	10.8(2)

	O(10)
	1828.9(16)
	4086.5(16)
	4459.4(9)
	11.9(2)

	O(11)
	6162.0(16)
	5048.5(15)
	7232.2(9)
	10.3(2)

	O(12)
	4822.3(16)
	6267.8(15)
	9105.1(9)
	9.6(2)

	O(13)
	3870.2(17)
	7749.3(15)
	7228.3(9)
	13.3(2)

	B(1)
	4292(2)
	3984(2)
	6983.8(13)
	9.2(3)

	B(2)
	3232(2)
	4871(2)
	8733.1(13)
	8.1(3)

	B(3)
	2338(2)
	6253(2)
	7146.8(13)
	8.9(3)

	B(4)
	3685(2)
	1975(2)
	8244.5(14)
	9.9(3)

	B(5)
	534(2)
	6068(2)
	8651.9(14)
	9.0(3)

	B(6)
	2386(2)
	4532(2)
	5492.0(14)
	9.2(3)

	N(1)
	8235(2)
	8770.5(19)
	7243.5(11)
	15.2(3)

	N(2)
	7195(2)
	9686.6(19)
	9158.3(11)
	14.9(3)

	C(1)
	7933(3)
	10539(3)
	7495.8(18)
	15.3(6)

	C(2)
	8334(4)
	11010(3)
	8655.2(19)
	18.0(5)

	C(3)
	9084(4)
	11846(3)
	6911(2)
	24.6(6)

	N(1B)
	8235(2)
	8770.5(19)
	7243.5(11)
	15.2(3)

	N(2B)
	7195(2)
	9686.6(19)
	9158.3(11)
	14.9(3)

	C(1B)
	9117(16)
	10499(12)
	7681(7)
	21.6(18)

	C(2B)
	9090(18)
	10621(15)
	8827(8)
	21.6(18)

	C(3B)
	8002(15)
	11527(14)
	7188(8)
	21.6(18)

	Zn(1A)
	6501(11)
	7388(10)
	8102(6)
	18.8(10)

	Zn(1)
	6833(2)
	7271(2)
	8256.0(13)
	10.91(17)

	O(21)
	5194(15)
	8420(20)
	5413(12)
	32(2)

	O(22)
	1529(4)
	9674(4)
	5644(2)
	28.6(7)

	O(21A)
	4707(14)
	8410(20)
	5297(12)
	21.9(16)


Table 2: Anisotropic Displacement Parameters (×104) MAB2u. The anisotropic displacement factor exponent takes the form: −22[h2a*2 × U11+ ... +2hka* × b* × U12]

	Atom
	U11
	U22
	U33
	U23
	U13
	U12

	O(1)
	9.7(5)
	11.2(5)
	3.4(5)
	−1.2(4)
	0.8(4)
	4.2(4)

	O(2)
	17.1(6)
	11.2(6)
	7.8(5)
	−0.7(4)
	3.5(4)
	5.1(5)

	O(3)
	14.5(6)
	10.4(5)
	5.1(5)
	−1.0(4)
	−0.1(4)
	5.0(4)

	O(4)
	10.4(5)
	13.2(5)
	5.5(5)
	0.2(4)
	2.6(4)
	3.5(4)

	O(5)
	13.3(6)
	11.2(5)
	7.2(5)
	0.6(4)
	3.1(4)
	5.8(4)

	O(6)
	13.1(5)
	12.1(5)
	4.5(5)
	−0.9(4)
	0.0(4)
	4.6(4)

	O(7)
	12.4(5)
	15.1(6)
	4.4(5)
	−1.7(4)
	0.6(4)
	5.5(4)

	O(8)
	25.4(7)
	11.1(6)
	8.8(6)
	−0.7(4)
	4.9(5)
	5.7(5)

	O(9)
	11.8(5)
	15.0(6)
	7.5(5)
	2.0(4)
	3.4(4)
	5.9(5)

	O(10)
	11.7(6)
	18.9(6)
	5.4(5)
	−2.0(4)
	0.0(4)
	6.3(5)

	O(11)
	10.4(5)
	14.3(6)
	5.5(5)
	−1.5(4)
	2.2(4)
	2.8(4)

	O(12)
	10.4(5)
	13.2(6)
	3.2(5)
	−1.0(4)
	−0.6(4)
	0.0(4)

	O(13)
	18.7(6)
	11.7(6)
	7.1(5)
	−1.2(4)
	5.3(5)
	−1.0(5)

	B(1)
	10.9(8)
	11.7(8)
	5.1(8)
	−2.2(6)
	1.6(6)
	4.1(7)

	B(2)
	9.1(8)
	10.3(8)
	4.6(7)
	−1.2(6)
	0.3(6)
	2.7(6)

	B(3)
	12.4(8)
	9.4(8)
	5.1(8)
	−0.6(6)
	1.0(6)
	3.8(6)

	B(4)
	9.3(8)
	11.6(8)
	8.1(8)
	−2.1(6)
	−0.9(6)
	2.9(6)

	B(5)
	10.4(8)
	8.0(8)
	7.2(8)
	−2.8(6)
	0.8(6)
	0.9(6)

	B(6)
	9.6(8)
	10.6(8)
	6.2(8)
	−0.1(6)
	1.8(6)
	0.6(6)

	N(1)
	19.7(7)
	13.5(7)
	11.1(7)
	1.8(6)
	3.2(6)
	1.0(6)

	N(2)
	18.7(7)
	13.2(7)
	12.1(7)
	−1.0(6)
	1.3(6)
	3.8(6)

	C(1)
	15.3(13)
	10.7(11)
	18.4(11)
	4.3(9)
	0.1(9)
	−0.2(8)

	C(2)
	20.2(13)
	10.7(11)
	20.5(12)
	−1.3(9)
	0.5(10)
	0.6(9)

	C(3)
	22.0(13)
	20.2(12)
	27.0(13)
	12.3(10)
	−4.9(10)
	−6.1(10)

	N(1B)
	19.7(7)
	13.5(7)
	11.1(7)
	1.8(6)
	3.2(6)
	1.0(6)

	N(2B)
	18.7(7)
	13.2(7)
	12.1(7)
	−1.0(6)
	1.3(6)
	3.8(6)

	C(1B)
	28(4)
	18(3)
	15(3)
	−1(2)
	7(2)
	−3(2)

	C(2B)
	28(4)
	18(3)
	15(3)
	−1(2)
	7(2)
	−3(2)

	C(3B)
	28(4)
	18(3)
	15(3)
	−1(2)
	7(2)
	−3(2)

	Zn(1A)
	28(2)
	14.0(15)
	10.6(18)
	−3.0(11)
	7.7(14)
	−2.6(14)

	Zn(1)
	16.3(4)
	7.5(2)
	8.8(4)
	−0.3(2)
	6.3(3)
	1.6(2)

	O(21)
	66(7)
	24(3)
	18(3)
	6(2)
	17(5)
	30(5)

	O(22)
	31.0(16)
	21.8(14)
	29.7(16)
	−3.1(12)
	−5.8(13)
	5.1(12)

	O(21A)
	33(3)
	22(2)
	20(3)
	8(2)
	14(3)
	19(3)


Table 3: Bond Lengths in Å for MAB2u.


	Atom
	Atom
	Length/Å

	O(1)
	B(1)
	1.5213(19)

	O(1)
	B(2)
	1.495(2)

	O(1)
	B(3)
	1.522(2)

	O(2)
	B(1)
	1.453(2)

	O(2)
	B(4)
	1.356(2)

	O(3)
	B(2)
	1.452(2)

	O(3)
	B(4)
	1.376(2)

	O(4)
	B(2)
	1.465(2)

	O(4)
	B(5)
	1.365(2)

	O(5)
	B(3)
	1.447(2)

	O(5)
	B(5)
	1.352(2)

	O(6)
	B(3)
	1.460(2)

	O(6)
	B(6)
	1.369(2)

	O(7)
	B(1)
	1.450(2)

	O(7)
	B(6)
	1.360(2)

	O(8)
	B(4)
	1.369(2)

	O(9)
	B(5)
	1.388(2)

	O(9)
	Zn(1)1
	2.1762(17)

	O(10)
	B(6)
	1.375(2)

	O(11)
	B(1)
	1.465(2)

	O(11)
	Zn(1A)
	2.063(8)

	O(11)
	Zn(1)
	2.071(2)

	O(12)
	B(2)
	1.459(2)

	O(12)
	Zn(1A)
	2.033(8)

	O(12)
	Zn(1)
	2.017(2)

	O(13)
	B(3)
	1.459(2)

	O(13)
	Zn(1A)
	2.309(7)

	N(1)
	C(1)
	1.512(3)

	N(1)
	Zn(1)
	2.081(2)

	N(2)
	C(2)
	1.462(3)

	N(2)
	Zn(1)
	2.131(2)

	C(1)
	C(2)
	1.521(3)

	C(1)
	C(3)
	1.522(3)

	N(1B)
	C(1B)
	1.445(10)

	N(1B)
	Zn(1A)
	2.012(8)

	N(2B)
	C(2B)
	1.568(11)

	N(2B)
	Zn(1A)
	2.140(8)

	C(1B)
	C(2B)
	1.501(14)

	C(1B)
	C(3B)
	1.477(16)


–––– 
1−1+x,+y,+z

Table 4: Bond Angles in ° for MAB2u.


	Atom
	Atom
	Atom
	Angle/°

	B(1)
	O(1)
	B(3)
	118.12(12)

	B(2)
	O(1)
	B(1)
	116.92(12)

	B(2)
	O(1)
	B(3)
	118.33(12)

	B(4)
	O(2)
	B(1)
	120.90(13)

	B(4)
	O(3)
	B(2)
	122.46(13)

	B(5)
	O(4)
	B(2)
	119.40(13)

	B(5)
	O(5)
	B(3)
	124.28(13)

	B(6)
	O(6)
	B(3)
	121.00(13)

	B(6)
	O(7)
	B(1)
	124.27(13)

	B(5)
	O(9)
	Zn(1)1
	124.92(11)

	B(1)
	O(11)
	Zn(1A)
	118.0(2)

	B(1)
	O(11)
	Zn(1)
	123.88(10)

	B(2)
	O(12)
	Zn(1A)
	120.4(2)

	B(2)
	O(12)
	Zn(1)
	125.42(11)

	B(3)
	O(13)
	Zn(1A)
	112.9(2)

	O(2)
	B(1)
	O(1)
	106.92(13)

	O(2)
	B(1)
	O(11)
	112.87(14)

	O(7)
	B(1)
	O(1)
	109.27(13)

	O(7)
	B(1)
	O(2)
	109.57(13)

	O(7)
	B(1)
	O(11)
	110.41(13)

	O(11)
	B(1)
	O(1)
	107.67(13)

	O(3)
	B(2)
	O(1)
	109.22(13)

	O(3)
	B(2)
	O(4)
	108.51(13)

	O(3)
	B(2)
	O(12)
	112.66(13)

	O(4)
	B(2)
	O(1)
	109.49(13)

	O(12)
	B(2)
	O(1)
	105.70(12)

	O(12)
	B(2)
	O(4)
	111.21(13)

	O(5)
	B(3)
	O(1)
	108.03(13)

	O(5)
	B(3)
	O(6)
	109.91(13)

	O(5)
	B(3)
	O(13)
	110.76(13)

	O(6)
	B(3)
	O(1)
	107.03(12)

	O(13)
	B(3)
	O(1)
	108.53(13)

	O(13)
	B(3)
	O(6)
	112.41(13)

	O(2)
	B(4)
	O(3)
	122.17(15)

	O(2)
	B(4)
	O(8)
	122.34(15)

	O(8)
	B(4)
	O(3)
	115.49(15)

	O(4)
	B(5)
	O(9)
	119.66(15)

	O(5)
	B(5)
	O(4)
	123.70(15)

	O(5)
	B(5)
	O(9)
	116.63(15)

	O(6)
	B(6)
	O(10)
	120.77(15)

	O(7)
	B(6)
	O(6)
	122.06(15)

	O(7)
	B(6)
	O(10)
	117.17(14)

	C(1)
	N(1)
	Zn(1)
	106.69(13)

	C(2)
	N(2)
	Zn(1)
	109.71(13)

	N(1)
	C(1)
	C(2)
	107.05(18)

	N(1)
	C(1)
	C(3)
	112.85(19)

	C(2)
	C(1)
	C(3)
	112.2(2)

	N(2)
	C(2)
	C(1)
	108.79(18)

	C(1B)
	N(1B)
	Zn(1A)
	116.7(5)

	C(2B)
	N(2B)
	Zn(1A)
	102.1(4)

	N(1B)
	C(1B)
	C(2B)
	108.2(7)

	N(1B)
	C(1B)
	C(3B)
	103.6(8)

	C(3B)
	C(1B)
	C(2B)
	113.7(9)

	C(1B)
	C(2B)
	N(2B)
	112.8(8)

	O(11)
	Zn(1A)
	O(13)
	89.7(3)

	O(11)
	Zn(1A)
	N(2B)
	170.4(4)

	O(12)
	Zn(1A)
	O(11)
	89.7(3)

	O(12)
	Zn(1A)
	O(13)
	86.1(3)

	O(12)
	Zn(1A)
	N(2B)
	89.1(3)

	N(1B)
	Zn(1A)
	O(11)
	97.7(3)

	N(1B)
	Zn(1A)
	O(12)
	172.6(5)

	N(1B)
	Zn(1A)
	O(13)
	95.0(3)

	N(1B)
	Zn(1A)
	N(2B)
	83.4(3)

	N(2B)
	Zn(1A)
	O(13)
	99.7(3)

	O(11)
	Zn(1)
	O(9)2
	92.18(8)

	O(11)
	Zn(1)
	N(1)
	95.26(9)

	O(11)
	Zn(1)
	N(2)
	170.67(9)

	O(12)
	Zn(1)
	O(9)2
	96.46(8)

	O(12)
	Zn(1)
	O(11)
	89.90(9)

	O(12)
	Zn(1)
	N(1)
	160.08(9)

	O(12)
	Zn(1)
	N(2)
	89.79(9)

	N(1)
	Zn(1)
	O(9)2
	102.54(9)

	N(1)
	Zn(1)
	N(2)
	82.04(9)

	N(2)
	Zn(1)
	O(9)2
	97.12(8)


–––– 
1−1+x,+y,+z; 21+x,+y,+z

Table 5: Torsion Angles in ° for MAB2u.


	Atom
	Atom
	Atom
	Atom
	Angle/°

	B(1)
	O(1)
	B(2)
	O(3)
	−42.08(17)

	B(1)
	O(1)
	B(2)
	O(4)
	−160.76(12)

	B(1)
	O(1)
	B(2)
	O(12)
	79.37(16)

	B(1)
	O(1)
	B(3)
	O(5)
	168.61(12)

	B(1)
	O(1)
	B(3)
	O(6)
	50.30(17)

	B(1)
	O(1)
	B(3)
	O(13)
	−71.24(16)

	B(1)
	O(2)
	B(4)
	O(3)
	−1.2(2)

	B(1)
	O(2)
	B(4)
	O(8)
	178.93(15)

	B(1)
	O(7)
	B(6)
	O(6)
	9.5(2)

	B(1)
	O(7)
	B(6)
	O(10)
	−170.56(14)

	B(2)
	O(1)
	B(1)
	O(2)
	53.76(17)

	B(2)
	O(1)
	B(1)
	O(7)
	172.27(12)

	B(2)
	O(1)
	B(1)
	O(11)
	−67.79(17)

	B(2)
	O(1)
	B(3)
	O(5)
	−40.79(18)

	B(2)
	O(1)
	B(3)
	O(6)
	−159.10(12)

	B(2)
	O(1)
	B(3)
	O(13)
	79.36(16)

	B(2)
	O(3)
	B(4)
	O(2)
	15.4(2)

	B(2)
	O(3)
	B(4)
	O(8)
	−164.73(14)

	B(2)
	O(4)
	B(5)
	O(5)
	4.5(2)

	B(2)
	O(4)
	B(5)
	O(9)
	−175.69(14)

	B(3)
	O(1)
	B(1)
	O(2)
	−155.22(13)

	B(3)
	O(1)
	B(1)
	O(7)
	−36.72(18)

	B(3)
	O(1)
	B(1)
	O(11)
	83.23(16)

	B(3)
	O(1)
	B(2)
	O(3)
	166.97(12)

	B(3)
	O(1)
	B(2)
	O(4)
	48.29(17)

	B(3)
	O(1)
	B(2)
	O(12)
	−71.58(16)

	B(3)
	O(5)
	B(5)
	O(4)
	3.3(2)

	B(3)
	O(5)
	B(5)
	O(9)
	−176.53(14)

	B(3)
	O(6)
	B(6)
	O(7)
	7.3(2)

	B(3)
	O(6)
	B(6)
	O(10)
	−172.66(14)

	B(4)
	O(2)
	B(1)
	O(1)
	−30.86(19)

	B(4)
	O(2)
	B(1)
	O(7)
	−149.18(14)

	B(4)
	O(2)
	B(1)
	O(11)
	87.34(18)

	B(4)
	O(3)
	B(2)
	O(1)
	6.7(2)

	B(4)
	O(3)
	B(2)
	O(4)
	125.99(15)

	B(4)
	O(3)
	B(2)
	O(12)
	−110.42(16)

	B(5)
	O(4)
	B(2)
	O(1)
	−28.54(19)

	B(5)
	O(4)
	B(2)
	O(3)
	−147.66(14)

	B(5)
	O(4)
	B(2)
	O(12)
	87.89(17)

	B(5)
	O(5)
	B(3)
	O(1)
	14.2(2)

	B(5)
	O(5)
	B(3)
	O(6)
	130.61(15)

	B(5)
	O(5)
	B(3)
	O(13)
	−104.58(17)

	B(6)
	O(6)
	B(3)
	O(1)
	−34.62(19)

	B(6)
	O(6)
	B(3)
	O(5)
	−151.69(14)

	B(6)
	O(6)
	B(3)
	O(13)
	84.44(18)

	B(6)
	O(7)
	B(1)
	O(1)
	5.5(2)

	B(6)
	O(7)
	B(1)
	O(2)
	122.35(16)

	B(6)
	O(7)
	B(1)
	O(11)
	−112.73(16)

	N(1)
	C(1)
	C(2)
	N(2)
	−55.0(2)

	C(3)
	C(1)
	C(2)
	N(2)
	−179.3(2)

	N(1B)
	C(1B)
	C(2B)
	N(2B)
	−43.4(12)

	C(3B)
	C(1B)
	C(2B)
	N(2B)
	71.1(12)

	Zn(1A)
	O(11)
	B(1)
	O(1)
	−7.9(3)

	Zn(1A)
	O(11)
	B(1)
	O(2)
	−125.7(3)

	Zn(1A)
	O(11)
	B(1)
	O(7)
	111.3(3)

	Zn(1A)
	O(12)
	B(2)
	O(1)
	−11.4(3)

	Zn(1A)
	O(12)
	B(2)
	O(3)
	107.8(3)

	Zn(1A)
	O(12)
	B(2)
	O(4)
	−130.1(3)

	Zn(1A)
	O(13)
	B(3)
	O(1)
	−5.2(3)

	Zn(1A)
	O(13)
	B(3)
	O(5)
	113.3(2)

	Zn(1A)
	O(13)
	B(3)
	O(6)
	−123.4(2)

	Zn(1A)
	N(1B)
	C(1B)
	C(2B)
	22.0(11)

	Zn(1A)
	N(1B)
	C(1B)
	C(3B)
	−99.0(7)

	Zn(1A)
	N(2B)
	C(2B)
	C(1B)
	42.1(10)

	Zn(1)1
	O(9)
	B(5)
	O(4)
	−163.49(12)

	Zn(1)1
	O(9)
	B(5)
	O(5)
	16.3(2)

	Zn(1)
	O(11)
	B(1)
	O(1)
	0.92(18)

	Zn(1)
	O(11)
	B(1)
	O(2)
	−116.84(13)

	Zn(1)
	O(11)
	B(1)
	O(7)
	120.14(13)

	Zn(1)
	O(12)
	B(2)
	O(1)
	−21.40(17)

	Zn(1)
	O(12)
	B(2)
	O(3)
	97.79(15)

	Zn(1)
	O(12)
	B(2)
	O(4)
	−140.14(11)

	Zn(1)
	N(1)
	C(1)
	C(2)
	48.54(19)

	Zn(1)
	N(1)
	C(1)
	C(3)
	172.45(17)

	Zn(1)
	N(2)
	C(2)
	C(1)
	33.7(2)


–––– 
1−1+x,+y,+z

Table 6: Hydrogen Fractional Atomic Coordinates (×104) and Equivalent Isotropic Displacement Parameters (Å2×103) for MAB2u. Ueq is defined as 1/3 of the trace of the orthogonalized Uij.

	Atom
	x
	y
	z
	Ueq

	H(8)
	3478.82
	−325.06
	8036.98
	22

	H(9)
	−1105.51
	6028.17
	9635.55
	16

	H(10)
	818.26
	4331.11
	4324.83
	18

	H(11)
	6650(30)
	5150(30)
	6705(14)
	15

	H(12)
	5140(30)
	6430(30)
	9727(12)
	14

	H(13)
	4130(30)
	7970(30)
	6669(14)
	20

	H(1A)
	9454.79
	8798.46
	7324.32
	18

	H(1B)
	7793.06
	8343.31
	6581.44
	18

	H(2A)
	6082.17
	9922.53
	9233.1
	18

	H(2B)
	7744.69
	9662.65
	9794.77
	18

	H(1)
	6607.81
	10489.63
	7305.31
	18

	H(2C)
	9649.38
	11104.94
	8863.02
	22

	H(2D)
	8055.4
	12123.05
	8863.73
	22

	H(3A)
	10389.3
	11895.88
	7076.24
	37

	H(3B)
	8850.69
	12967.69
	7110.35
	37

	H(3C)
	8753.41
	11514.07
	6169.97
	37

	H(1BA)
	9126.79
	8211.95
	7104.75
	18

	H(1BB)
	7602.03
	8806.37
	6632.71
	18

	H(2BA)
	6343.02
	10311
	9086.78
	18

	H(2BB)
	7306.04
	9463.29
	9820.59
	18

	H(1BC)
	10410.15
	10812.01
	7498.45
	26

	H(2BC)
	9370.59
	11836.73
	9119.8
	26

	H(2BD)
	10064.54
	10117.91
	9117.71
	26

	H(3BA)
	8335.91
	11645.5
	6487.98
	32

	H(3BB)
	8233.56
	12658.13
	7587.94
	32

	H(3BC)
	6696.67
	10960.46
	7161.92
	32

	H(21A)
	4112.67
	8437.23
	5136.94
	48

	H(21B)
	5723.53
	7853.85
	4982.51
	48

	H(22A)
	2275.79
	10440.98
	6055.27
	43

	H(22B)
	1800.07
	8720.48
	5678.08
	43

	H(21C)
	5209.8
	9433.49
	5159.75
	33

	H(21D)
	5115.77
	7667.39
	4917.62
	33


Table 7: Hydrogen Bond information for MAB2u.

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

	O(8)
	H(8)
	O(13)1
	0.84
	1.89
	2.6974(17)
	161.4

	O(9)
	H(9)
	O(4)2
	0.84
	1.96
	2.8004(16)
	174.3

	O(10)
	H(10)
	O(6)3
	0.84
	1.87
	2.7008(16)
	167.8

	O(11)
	H(11)
	O(10)4
	0.811(16)
	2.039(16)
	2.8371(16)
	168(2)

	O(12)
	H(12)
	O(3)5
	0.823(16)
	1.883(17)
	2.6824(16)
	163(2)

	O(13)
	H(13)
	O(21)
	0.803(16)
	1.92(2)
	2.712(17)
	169(2)

	O(13)
	H(13)
	O(21A)
	0.803(16)
	1.94(2)
	2.738(16)
	178(3)

	N(1)
	H(1A)
	O(5)6
	0.91
	2.37
	3.0196(19)
	128.7

	N(1)
	H(1B)
	O(10)4
	0.91
	2.36
	3.0358(19)
	130.7

	N(1)
	H(1B)
	O(21)
	0.91
	2.41
	3.140(11)
	136.8

	N(2)
	H(2A)
	O(8)7
	0.91
	2.24
	3.062(2)
	150.3

	N(2)
	H(2B)
	O(8)5
	0.91
	2.42
	3.0949(19)
	131.1

	N(1B)
	H(1BA)
	O(5)6
	0.91
	2.23
	3.0196(19)
	144.6

	N(1B)
	H(1BA)
	O(10)4
	0.91
	2.56
	3.0358(19)
	112.9

	N(2B)
	H(2BA)
	O(8)7
	0.91
	2.25
	3.062(2)
	148.3

	N(2B)
	H(2BB)
	O(8)5
	0.91
	2.26
	3.0949(19)
	152.6

	O(21)
	H(21A)
	O(22)
	0.87
	2.48
	3.171(11)
	136.6

	O(21)
	H(21B)
	O(7)4
	0.87
	1.84
	2.688(15)
	163.4

	O(22)
	H(22A)
	O(2)7
	0.85
	2.22
	3.067(3)
	173.2

	O(21A)
	H(21C)
	O(21A)8
	0.87
	1.90
	2.72(3)
	156.9

	O(21A)
	H(21D)
	O(7)4
	0.87
	1.94
	2.803(14)
	174.3


–––– 
[bookmark: _GoBack]1+x, −1+y,+z; 2−x,1−y,2−z; 3−x,1−y,1−z; 41−x,1−y,1−z; 51−x,1−y,2−z; 61+x,+y,+z; 7+x,1+y,+z; 81−x,2−y,1−z
Table 8: Atomic Occupancies for all atoms that are not fully occupied in MAB2u.


	Atom
	Occupancy

	N(1)
	0.804(5)

	H(1A)
	0.804(5)

	H(1B)
	0.804(5)

	N(2)
	0.804(5)

	H(2A)
	0.804(5)

	H(2B)
	0.804(5)

	C(1)
	0.804(5)

	H(1)
	0.804(5)

	C(2)
	0.804(5)

	H(2C)
	0.804(5)

	H(2D)
	0.804(5)

	C(3)
	0.804(5)

	H(3A)
	0.804(5)

	H(3B)
	0.804(5)

	H(3C)
	0.804(5)

	N(1B)
	0.196(5)

	H(1BA)
	0.196(5)

	H(1BB)
	0.196(5)

	N(2B)
	0.196(5)

	H(2BA)
	0.196(5)

	H(2BB)
	0.196(5)

	C(1B)
	0.196(5)

	H(1BC)
	0.196(5)

	C(2B)
	0.196(5)

	H(2BC)
	0.196(5)

	H(2BD)
	0.196(5)

	C(3B)
	0.196(5)

	H(3BA)
	0.196(5)

	H(3BB)
	0.196(5)

	H(3BC)
	0.196(5)

	Zn(1A)
	0.196(5)

	Zn(1)
	0.804(5)

	O(21)
	0.5

	H(21A)
	0.5

	H(21B)
	0.5

	O(22)
	0.5

	H(22A)
	0.5

	H(22B)
	0.5

	O(21A)
	0.5

	H(21C)
	0.5

	H(21D)
	0.5
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