
Table 1
	Crystal data

	Chemical formula
Molecular weight (g.mol-1)
Crystal system, space group
Temperature (K)
a, c (Å)
V (Å3)
Z
Radiation type
µ (mm−1)
[bookmark: Hanen_JL_TEAZnI_0m__reflns_threshold_exp]No. of measured, independent and
observed [I > 2σ(I)] reflections
Rint
Dcal (Mg m-3)
R[|F2| > 2σ(|F2|)], wR(|F2|), S
No. of reflections
No. of parameters
Δρmax, Δρmin (e Å−3)
θ range for data collection (°)
Absolute structure parameter
Range of h k l

	C16H40N2 Zn I4
871.45
[bookmark: Hanen_JL_TEAZnI_0m__space_group_name_H-M]Tetragonal, P421m
296
[bookmark: Hanen_JL_TEAZnI_0m__cell_length_c]13.7947(2), 14.9001 (3)
[bookmark: Hanen_JL_TEAZnI_0m__cell_volume]2835.40 (1)
4
Mo Kα
5.23
[bookmark: Hanen_JL_TEAZnI_0m__reflns_number_total][bookmark: Hanen_JL_TEAZnI_0m__reflns_number_gt]77772, 3469, 2682

0.058
2.041
[bookmark: Hanen_JL_TEAZnI_0m__refine_ls_wR_factor_][bookmark: Hanen_JL_TEAZnI_0m__refine_ls_goodness_o]0.036, 0.116, 1.04
3469
134
0.83, -0.94
1.4-27.5
0.020 (2)
h = -17  17
k = -17  17
l = -19  19








Table 2
	Atom
	x
	Y
	z
	Uiso*/Ueq
	Occ.(<1)

	[bookmark: 0_site_I1]I1
	0.75505 (7)
	1.25505 (7)
	0.94638 (6)
	0.0747 (3)
	

	[bookmark: 0_site_I2]I2
	0.79538 (8)
	1.07357 (6)
	0.71917 (6)
	0.0941 (3)
	

	[bookmark: 0_site_I3]I3
	0.87003 (7)
	1.37003 (7)
	0.70150 (9)
	0.0893 (4)
	

	[bookmark: 0_site_Zn1]Zn1
	0.74777 (9)
	1.24777 (9)
	0.77105 (10)
	0.0589 (4)
	

	[bookmark: 0_site_N1]N1
	0.0000
	1.0000
	0.0000
	0.054 (4)
	

	[bookmark: 0_site_C2]C2
	−0.1159 (10)
	1.0495 (13)
	0.1269 (9)
	0.093 (4)
	

	[bookmark: 0_site_H2A]H2A
	−0.1605
	1.0052
	0.0993
	0.140*
	

	[bookmark: 0_site_H2B]H2B
	−0.1504
	1.1058
	0.1473
	0.140*
	

	[bookmark: 0_site_H2C]H2C
	−0.0851
	1.0185
	0.1771
	0.140*
	

	[bookmark: 0_site_C1]C1
	−0.0368 (11)
	1.0807 (11)
	0.0567 (10)
	0.087 (4)
	

	[bookmark: 0_site_H1A]H1A
	−0.0640
	1.1302
	0.0179
	0.105*
	

	[bookmark: 0_site_H1B]H1B
	0.0174
	1.1094
	0.0885
	0.105*
	

	[bookmark: 0_site_N2]N2
	0.7909 (7)
	0.7091 (7)
	0.5808 (9)
	0.069 (3)
	

	[bookmark: 0_site_C3]C3
	0.7168 (12)
	0.7832 (12)
	0.5489 (19)
	0.114 (8)
	

	[bookmark: 0_site_H3A]H3A
	0.7505
	0.8294
	0.5111
	0.137*
	0.5

	[bookmark: 0_site_H3B]H3B
	0.6706
	0.7495
	0.5111
	0.137*
	0.5

	[bookmark: 0_site_C4]C4
	0.6600 (16)
	0.8400 (16)
	0.617 (3)
	0.18 (2)
	

	[bookmark: 0_site_H4A]H4A
	0.6616
	0.9075
	0.6010
	0.275*
	0.5

	[bookmark: 0_site_H4B]H4B
	0.6880
	0.8311
	0.6750
	0.275*
	0.5

	[bookmark: 0_site_H4C]H4C
	0.5941
	0.8177
	0.6170
	0.275*
	0.5

	[bookmark: 0_site_C5]C5
	0.7456 (15)
	0.6348 (14)
	0.6351 (10)
	0.117 (6)
	

	[bookmark: 0_site_H5A]H5A
	0.7169
	0.6647
	0.6877
	0.141*
	

	[bookmark: 0_site_H5B]H5B
	0.7949
	0.5897
	0.6555
	0.141*
	

	[bookmark: 0_site_C6]C6
	0.6643 (15)
	0.5765 (15)
	0.5827 (16)
	0.138 (8)
	

	[bookmark: 0_site_H6A]H6A
	0.6075
	0.6162
	0.5767
	0.207*
	

	[bookmark: 0_site_H6B]H6B
	0.6483
	0.5187
	0.6154
	0.207*
	

	[bookmark: 0_site_H6C]H6C
	0.6878
	0.5593
	0.5242
	0.207*
	

	[bookmark: 0_site_C7]C7
	0.8346 (15)
	0.6654 (15)
	0.4977 (14)
	0.114 (9)
	

	[bookmark: 0_site_H7A]H7A
	0.7826
	0.6373
	0.4625
	0.136*
	0.5

	[bookmark: 0_site_H7B]H7B
	0.8627
	0.7174
	0.4625
	0.136*
	0.5

	[bookmark: 0_site_C8]C8
	0.9078 (13)
	0.5922 (13)
	0.510 (2)
	0.141 (12)
	

	[bookmark: 0_site_H8A]H8A
	0.9033
	0.5451
	0.4629
	0.212*
	0.5

	[bookmark: 0_site_H8B]H8B
	0.8983
	0.5608
	0.5670
	0.212*
	0.5

	[bookmark: 0_site_H8C]H8C
	0.9708
	0.6218
	0.5090
	0.212*
	0.5

	[bookmark: 0_site_N3]N3
	0.5000
	1.0000
	−0.0183 (16)
	0.079 (6)
	

	[bookmark: 0_site_C9]C9
	0.486 (2)
	0.909 (2)
	0.041 (2)
	0.098 (8)
	0.5

	[bookmark: 0_site_C10]C10
	0.4102 (12)
	0.9102 (12)
	0.1114 (17)
	0.110 (8)
	

	[bookmark: 0_site_C12]C12
	0.409 (2)
	0.091 (2)
	0.856 (2)
	0.194 (19)
	

	[bookmark: 0_site_C11]C11
	0.487 (3)
	0.091 (3)
	0.927 (3)
	0.136 (15)
	0.5






Table 3
	Lengths                                  d (Å)
	Angles                                                       ω (°)

	[bookmark: 0_bonds_0_I1_1_555_Zn1_1_555]I1—Zn1                              2.616 (2)
	[bookmark: 0_angles_0_I3_1_555_Zn1_1_555_I2_1_555]I3—Zn1—I2                                          108.43 (5)

	[bookmark: 0_bonds_1_I2_1_555_Zn1_1_555]I2i —Zn1                              2.608 (1)
	[bookmark: 0_angles_3_I3_1_555_Zn1_1_555_I1_1_555]I3—Zn1—I1                                          110.37 (7)

	[bookmark: 0_bonds_2_I3_1_555_Zn1_1_555]I3—Zn1                              2.601 (2)
	[bookmark: 0_angles_4_I2_1_555_Zn1_1_555_I1_1_555]I2—Zn1—I1                                          108.76 (5)

	[bookmark: 0_bonds_4_N1_1_555_C1_3_665]N1—C1ii                                           1.486 (1)
	[bookmark: 0_angles_7_C1_3_665_N1_1_555_C1_6_575]C1ii—N1—C1iv                                      108.8 (6)

	[bookmark: 0_bonds_8_C2_1_555_C1_1_555]C2—C1iii                             1.57 (2)
	[bookmark: 0_angles_18_N1_1_555_C1_1_555_C2_1_555]N1—C1—C2                                          114.2 (1)

	[bookmark: 0_bonds_14_N2_1_555_C5_7_665]N2—C5v                                           0.960
	[bookmark: 0_angles_25_C5_7_665_N2_1_555_C7_1_555]C5v—N2—C7                                         110.5 (1)

	[bookmark: 0_bonds_16_N2_1_555_C7_1_555]N2—C7                              0.960
	[bookmark: 0_angles_27_C5_7_665_N2_1_555_C3_1_555]C5v—N2—C3                                         111.1 (1)

	[bookmark: 0_bonds_17_N2_1_555_C3_1_555]N2—C3                              0.970
	[bookmark: 0_angles_29_C7_1_555_N2_1_555_C3_1_555]C7—N2—C3                                           106.4 (2) 

	[bookmark: 0_bonds_18_C3_1_555_C4_1_555]C3—C4                              0.970
	[bookmark: 0_angles_30_C4_1_555_C3_1_555_N2_1_555]C4—C3—N2	                                           120 (2)

	[bookmark: 0_bonds_24_C5_1_555_C6_1_555]C5—C6                              1.448 (2)
	[bookmark: 0_angles_42_N2_1_555_C5_1_555_C6_1_555]N2—C5—C6                                           112.9 (1)     

	[bookmark: 0_bonds_30_C7_1_555_C8_1_555]C7—C8                              1.440 (4)
	[bookmark: 0_angles_54_C8_1_555_C7_1_555_N2_1_555]C8—C7—N2                                           117  (2)

	[bookmark: 0_bonds_37_N3_1_555_C11_6_664]N3—C11vi                               	  1.51 (3)
	[bookmark: 0_angles_70_C11_6_664_N3_1_555_C11_1_564]C11vii—N3—C11vii                                 114 (4)

	[bookmark: 0_bonds_40_N3_1_555_C9_7_665]N3—C9v                             1.54 (3)
	[bookmark: 0_angles_73_C11_6_664_N3_1_555_C9_7_665]C11vii—N3—C9v                                     109 (2)

	[bookmark: 0_bonds_44_C9_1_555_C10_1_555]C9—C10                             1.48 (4)
	[bookmark: 0_angles_95_C10_1_555_C9_1_555_N3_1_555]C10— C9—N3                                        119 (2)

	[bookmark: 0_bonds_46_C9_1_555_C11_6_664]C9—C11vii                          1.75 (5)
	[bookmark: 0_angles_97_C10_1_555_C9_1_555_C11_6_664]C10—C9—C11vii                                     147 (3)

	[bookmark: 0_bonds_49_C12_1_555_C11_1_555]C12—C11                           1.51 (4)
	[bookmark: 0_angles_99_N3_1_555_C9_1_555_C11_6_664]N3—C9—C11vii                                       54.1 (2)

	
	[bookmark: 0_angles_102_C12_1_555_C11_1_555_N3_1_54]C12—C11—N3                                        118 (3)

	
	[bookmark: 0_angles_105_C12_1_555_C11_1_555_C9_6_66]C12—C11—C9                                         147 (4)



Symmetry codes : (i) y-1/2, x++1/2, z ; (ii) –y+1, x+1, -z ; (iii) y-1, -x+1, -z ; (iv) –x, -y+2, z ; (v)  -y+3/2, -x+3/2, z ; (vi) –y+1/2, -x+3/2, z-1 ; (vii) –x+1,-y+1, z-1.

Table 4
	D-H
	d(D-H)
	d(H..A)
	D-H..A
	d(D..A)
	A

	C1-H1A
	0.970
	3.215
	151.05
	4.091
	I1

	C1-H1B
	0.970
	3.246
	141.38
	4.049
	I2

	C4-H4C
	0.970
	3.178
	148.19
	4.026
	I2

	C5-H5B
	0.970
	3.276
	151.65
	4.155
	I3

	C7-H7A
	0.970
	3.042
	149.18
	3.907
	I2

	C7-H7B
	0.970
	3.042
	149.18
	3.907
	I2








