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Table S1 Geometric parameters (Å, º)
	[bookmark: 0_bonds_2_O1_1_555_C12_1_555]O1—C12
	1.364 (4)
	[bookmark: 0_bonds_20_C4_1_555_C5_1_555]C4—C5
	1.377 (4)

	[bookmark: 0_bonds_3_O1_1_555_C15_1_555]O1—C15
	1.438 (4)
	[bookmark: 0_bonds_22_C5_1_555_C6_1_555]C5—C6
	1.391 (4)

	[bookmark: 0_bonds_4_N1_1_555_C7_1_555]N1—C7
	1.347 (4)
	[bookmark: 0_bonds_24_C7_1_555_C8_1_555]C7—C8
	1.491 (4)

	[bookmark: 0_bonds_5_N1_1_555_C1_1_555]N1—C1
	1.405 (4)
	[bookmark: 0_bonds_25_C8_1_555_C9_1_555]C8—C9
	1.532 (4)

	[bookmark: 0_bonds_6_N1_1_555_C17_1_555]N1—C17
	1.465 (4)
	[bookmark: 0_bonds_28_C9_1_555_C14_1_555]C9—C14
	1.387 (4)

	[bookmark: 0_bonds_7_N2_1_555_C7_1_555]N2—C7
	1.328 (4)
	[bookmark: 0_bonds_29_C9_1_555_C10_1_555]C9—C10
	1.397 (4)

	[bookmark: 0_bonds_8_N2_1_555_C6_1_555]N2—C6
	1.389 (4)
	[bookmark: 0_bonds_30_C10_1_555_C11_1_555]C10—C11
	1.387 (4)

	[bookmark: 0_bonds_10_N3_1_555_C18_1_555]N3—C18
	1.503 (4)
	[bookmark: 0_bonds_32_C11_1_555_C12_1_555]C11—C12
	1.390 (4)

	[bookmark: 0_bonds_11_N3_1_555_C19_1_555]N3—C19
	1.507 (4)
	[bookmark: 0_bonds_34_C12_1_555_C13_1_555]C12—C13
	1.402 (4)

	[bookmark: 0_bonds_12_N3_1_555_C21_1_555]N3—C21
	1.514 (4)
	[bookmark: 0_bonds_35_C13_1_555_C14_1_555]C13—C14
	1.391 (4)

	[bookmark: 0_bonds_14_C1_1_555_C2_1_555]C1—C2
	1.385 (4)
	[bookmark: 0_bonds_38_C15_1_555_C16_1_555]C15—C16
	1.508 (5)

	[bookmark: 0_bonds_15_C1_1_555_C6_1_555]C1—C6
	1.402 (4)
	[bookmark: 0_bonds_44_C17_1_555_C18_1_555]C17—C18
	1.529 (4)

	[bookmark: 0_bonds_16_C2_1_555_C3_1_555]C2—C3
	1.385 (4)
	[bookmark: 0_bonds_49_C19_1_555_C20_1_555]C19—C20
	1.522 (4)

	[bookmark: 0_bonds_18_C3_1_555_C4_1_555]C3—C4
	1.410 (4)
	[bookmark: 0_bonds_55_C21_1_555_C22_1_555]C21—C22
	1.510 (5)

	
	
	
	

	[bookmark: 0_angles_1_C12_1_555_O1_1_555_C15_1_555]C12—O1—C15
	118.3 (2)
	[bookmark: 0_angles_32_N2_1_555_C7_1_555_N1_1_555]N2—C7—N1
	109.0 (3)

	[bookmark: 0_angles_2_C7_1_555_N1_1_555_C1_1_555]C7—N1—C1
	108.7 (2)
	[bookmark: 0_angles_33_N2_1_555_C7_1_555_C8_1_555]N2—C7—C8
	123.5 (3)

	[bookmark: 0_angles_3_C7_1_555_N1_1_555_C17_1_555]C7—N1—C17
	127.1 (3)
	[bookmark: 0_angles_34_N1_1_555_C7_1_555_C8_1_555]N1—C7—C8
	127.2 (3)

	[bookmark: 0_angles_4_C1_1_555_N1_1_555_C17_1_555]C1—N1—C17
	123.7 (2)
	[bookmark: 0_angles_35_C7_1_555_C8_1_555_C9_1_555]C7—C8—C9
	108.6 (2)

	[bookmark: 0_angles_5_C7_1_555_N2_1_555_C6_1_555]C7—N2—C6
	110.0 (3)
	[bookmark: 0_angles_41_C14_1_555_C9_1_555_C10_1_555]C14—C9—C10
	119.0 (3)

	[bookmark: 0_angles_8_C18_1_555_N3_1_555_C19_1_555]C18—N3—C19
	111.0 (2)
	[bookmark: 0_angles_42_C14_1_555_C9_1_555_C8_1_555]C14—C9—C8
	120.4 (3)

	[bookmark: 0_angles_9_C18_1_555_N3_1_555_C21_1_555]C18—N3—C21
	110.1 (2)
	[bookmark: 0_angles_43_C10_1_555_C9_1_555_C8_1_555]C10—C9—C8
	120.5 (3)

	[bookmark: 0_angles_10_C19_1_555_N3_1_555_C21_1_555]C19—N3—C21
	112.3 (2)
	[bookmark: 0_angles_47_C10_1_555_C11_1_555_C12_1_55]C10—C11—C12
	120.7 (3)

	[bookmark: 0_angles_14_C2_1_555_C1_1_555_C6_1_555]C2—C1—C6
	122.4 (3)
	[bookmark: 0_angles_50_O1_1_555_C12_1_555_C11_1_555]O1—C12—C11
	116.4 (3)

	[bookmark: 0_angles_15_C2_1_555_C1_1_555_N1_1_555]C2—C1—N1
	131.4 (3)
	[bookmark: 0_angles_51_O1_1_555_C12_1_555_C13_1_555]O1—C12—C13
	124.2 (3)

	[bookmark: 0_angles_16_C6_1_555_C1_1_555_N1_1_555]C6—C1—N1
	106.1 (3)
	[bookmark: 0_angles_52_C11_1_555_C12_1_555_C13_1_55]C11—C12—C13
	119.4 (3)

	[bookmark: 0_angles_17_C3_1_555_C2_1_555_C1_1_555]C3—C2—C1
	115.8 (3)
	[bookmark: 0_angles_53_C14_1_555_C13_1_555_C12_1_55]C14—C13—C12
	119.3 (3)

	[bookmark: 0_angles_20_C2_1_555_C3_1_555_C4_1_555]C2—C3—C4
	121.7 (3)
	[bookmark: 0_angles_56_C9_1_555_C14_1_555_C13_1_555]C9—C14—C13
	121.4 (3)

	[bookmark: 0_angles_23_C5_1_555_C4_1_555_C3_1_555]C5—C4—C3
	122.4 (3)
	[bookmark: 0_angles_59_O1_1_555_C15_1_555_C16_1_555]O1—C15—C16
	106.9 (3)

	[bookmark: 0_angles_26_C4_1_555_C5_1_555_C6_1_555]C4—C5—C6
	116.0 (3)
	[bookmark: 0_angles_71_N1_1_555_C17_1_555_C18_1_555]N1—C17—C18
	107.6 (2)

	[bookmark: 0_angles_29_N2_1_555_C6_1_555_C5_1_555]N2—C6—C5
	132.2 (3)
	[bookmark: 0_angles_77_N3_1_555_C18_1_555_C17_1_555]N3—C18—C17
	112.7 (2)

	[bookmark: 0_angles_30_N2_1_555_C6_1_555_C1_1_555]N2—C6—C1
	106.2 (3)
	[bookmark: 0_angles_83_N3_1_555_C19_1_555_C20_1_555]N3—C19—C20
	112.9 (3)

	[bookmark: 0_angles_31_C5_1_555_C6_1_555_C1_1_555]C5—C6—C1
	121.6 (3)
	[bookmark: 0_angles_95_C22_1_555_C21_1_555_N3_1_555]C22—C21—N3
	112.6 (3)

	
	
	
	

	C7—N1—C1—C2
	176.2 (3)
	[bookmark: 0_torsions_25_C7_1_555_C8_1_555_C9_1_555]C7—C8—C9—C14
	67.4 (4)

	C17—N1—C1—C2
	−11.4 (5)
	[bookmark: 0_torsions_26_C7_1_555_C8_1_555_C9_1_555]C7—C8—C9—C10
	−109.3 (3)

	C7—N1—C1—C6
	−0.4 (3)
	[bookmark: 0_torsions_27_C14_1_555_C9_1_555_C10_1_5]C14—C9—C10—C11
	−1.3 (4)

	C17—N1—C1—C6
	172.0 (3)
	C8—C9—C10—C11
	175.5 (3)

	C6—C1—C2—C3
	−0.3 (4)
	C9—C10—C11—C12
	−0.6 (5)

	N1—C1—C2—C3
	−176.5 (3)
	C15—O1—C12—C11
	175.5 (3)

	C1—C2—C3—C4
	−1.0 (4)
	C15—O1—C12—C13
	−3.0 (4)

	C2—C3—C4—C5
	1.0 (5)
	C10—C11—C12—O1
	−176.6 (3)

	C3—C4—C5—C6
	0.4 (5)
	C10—C11—C12—C13
	2.0 (5)

	C7—N2—C6—C5
	−178.4 (3)
	O1—C12—C13—C14
	177.0 (3)

	C7—N2—C6—C1
	−0.3 (3)
	C11—C12—C13—C14
	−1.4 (4)

	C4—C5—C6—N2
	176.1 (3)
	C10—C9—C14—C13
	1.8 (4)

	C4—C5—C6—C1
	−1.7 (5)
	C8—C9—C14—C13
	−175.0 (3)

	C2—C1—C6—N2
	−176.6 (3)
	C12—C13—C14—C9
	−0.5 (5)

	N1—C1—C6—N2
	0.4 (3)
	C12—O1—C15—C16
	−178.3 (3)

	C2—C1—C6—C5
	1.7 (5)
	C7—N1—C17—C18
	90.7 (3)

	N1—C1—C6—C5
	178.7 (3)
	C1—N1—C17—C18
	−80.2 (3)

	C6—N2—C7—N1
	0.1 (3)
	C19—N3—C18—C17
	−72.4 (3)

	C6—N2—C7—C8
	174.1 (3)
	C21—N3—C18—C17
	162.6 (2)

	C1—N1—C7—N2
	0.2 (3)
	N1—C17—C18—N3
	−169.2 (2)

	C17—N1—C7—N2
	−171.8 (3)
	C18—N3—C19—C20
	168.3 (3)

	C1—N1—C7—C8
	−173.5 (3)
	C21—N3—C19—C20
	−68.0 (3)

	C17—N1—C7—C8
	14.4 (5)
	C18—N3—C21—C22
	−72.7 (3)

	N2—C7—C8—C9
	−87.2 (4)
	C19—N3—C21—C22
	163.1 (3)

	N1—C7—C8—C9
	85.6 (4)
	
	


[image: ]
Fig. S1 13C NMR of etazene dihydrochloride; 126 MHz, DMSO-d6
[image: ]
Fig. S2 1H-1H COSY spectrum of etazene dihydrochloride; 500MHz, DMSO-d6
[image: ]
[image: ]
Fig. S3 1H-13C HSQC spectrum of etazene dihydrochloride (top) with magnification of  aromatic range (bottom); 500MHz, DMSO-d6
[image: ]
Fig. S4 1H-13C HMBC spectrum of etazene dihydrochloride; 500MHz, DMSO-d6












[image: ]
[image: ]
Fig. S5 GC–MS data of title compound. Chromatogram (top) and product ion scan with collision energy: 0, 2, 3, 5, 15 and 25V. Assigned fragmentation patterns shown in main text (Fig 7)

[image: ]
Fig. S6 UV-Vis spectrum of etazene dihydrochloride



[image: ] 
Fig. S7 FTIR data of etazene dihydrochloride
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