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Figure S2. 17O NMR 1/T2 relaxation rates in the function of time for Gd(EPTPA-bz-NO2)2-.
Table S1. Isomer ratio of LnIII - EPTPA derivative complexes.
	
	EPTPA-bz-NH2
	EPTPA-bz-NO2
	average

	
	A
	B
	A
	B
	A
	B

	La
	45
	55
	45
	55
	45
	55

	Ce
	65.6
	34.4
	65.4
	34.6
	65.5
	34.5

	Pr
	74.1
	25.9
	74.7
	25.3
	74.4
	25.6

	Nd
	80.8
	19.2
	81.3
	18.7
	81.6
	18.45

	Sm
	88.7
	11.3
	88.3
	11.7
	88.5
	11.5

	Eu
	91.3
	8.7
	90.8
	9.2
	91.1
	8.95

	Gd
	92.9
	7.1
	92.5
	7.5
	92.7
	7.3

	Tb
	93.8
	6.2
	93.3
	6.7
	93.6
	6.45

	Dy
	93.4
	6.6
	92.9
	7.1
	93.2
	6.85

	Y
	93.3
	6.7
	93.0
	7.0
	93.2
	6.85

	Ho
	91.4
	8.6
	91.0
	9.0
	91.2
	8.8

	Er
	83.2
	16.8
	83.7
	16.3
	83.5
	16.55

	Tm
	71.9
	28.1
	72.3
	27.7
	72.1
	27.9

	Yb
	64.8
	35.2
	64.5
	35.5
	64.7
	35.35

	Lu
	62.6
	37.4
	61.6
	38.4
	62.1
	37.9


a) For Ln(EPTPA-bz-NH2)2- a reverse elution order appears.

b) Table S2. A:B isomer ratio for Eu(EPTPA-bz-NH2)2- in the function of time determined by 1H NMR and HPLC.

	
	1H NMR
	HPLC

	t/min
	A
	B
	A
	B

	0
	44
	56
	44.5
	55.5

	10
	32
	68
	33.7
	66.3

	20
	23
	77
	26
	74

	30
	20
	80
	19.8
	80.2

	40
	14
	86
	17.8
	82.2

	50
	15
	85
	15.5
	84.5

	60
	12
	88
	12.2
	87.8

	80
	10
	90
	11.7
	88.3

	100
	9
	91
	9.7
	90.3

	130
	10
	90
	9.1
	90.9


Table S3. 17O NMR 1/T2 relaxation rates, chemical shifts at B= 9.4 T and isomer ratio measured by HPLC in the function of time for Gd(EPTPA-bz-NO2)2- (cGdL = 0.0276 mol/kg, 0.2 M TRIS-HCl buffer pH= 8.6, T=298 K).

	t/min
	T2ref/s
	T2sample/s
	ln 1/T2
	ref
	sample
	A %
	B %
	PmA
	PmB

	0
	6.91E-03
	3.25E-03
	5.09
	531.3
	481
	30
	70
	0.00014907
	0.00034783

	5
	6.91E-03
	3.14E-03
	5.16
	531.3
	486
	19
	81
	0.00009441
	0.00040249

	10
	6.91E-03
	3.07E-03
	5.20
	531.3
	490
	10
	90
	0.00004969
	0.00044721

	15
	6.91E-03
	3.08E-03
	5.19
	531.3
	481
	
	
	
	

	20
	6.91E-03
	3.07E-03
	5.20
	531.3
	486
	
	
	
	

	25
	6.91E-03
	3.05E-03
	5.21
	531.3
	486
	7
	93
	3.4783E-05
	0.00046212

	30
	6.91E-03
	3.07E-03
	5.20
	531.3
	481
	7
	93
	3.4783E-05
	0.00046212

	100
	6.91E-03
	3.04E-03
	5.22
	531.3
	486
	
	
	
	


Table S4. 17O NMR 1/T2 relaxation rates, chemical shifts at B= 4.7 T and isomer ratio measured by HPLC in the function of time for Gd(EPTPA-bz-NH2)2- (cGdL = 0.05109 mol/kg, 0.1 M TRIS-HCl buffer pH=9.3, T=298 K).

	t/min
	T2ref/s
	T2sample/s
	ln 1/T2
	ref
	sample
	A %
	B %
	PmA
	PmB

	0.00
	6.88E-03
	3.11E-03
	5.17
	729
	663
	53.5
	46.5
	0.00049204
	0.00042766

	15.00
	6.88E-03
	2.96E-03
	5.26
	729
	666
	41.6
	58.4
	0.0003826
	0.0005371

	30.00
	6.88E-03
	2.84E-03
	5.33
	729
	666
	32.8
	67.2
	0.00030166
	0.00061804

	45.00
	6.88E-03
	2.73E-03
	5.39
	729
	666
	25.8
	74.2
	0.00023728
	0.00068242

	60.00
	6.88E-03
	2.73E-03
	5.40
	729
	663
	19.7
	80.3
	0.00018118
	0.00073852

	90.00
	6.88E-03
	2.65E-03
	5.44
	729
	663
	12.2
	87.8
	0.0001122
	0.0008075

	120.00
	6.88E-03
	2.58E-03
	5.49
	729
	663
	11.2
	88.8
	0.00010301
	0.00081669

	190.00
	6.88E-03
	2.62E-03
	5.47
	729
	663
	8.7
	91.3
	8.0014E-05
	0.00083969

	240.00
	6.88E-03
	2.55E-03
	5.51
	729
	663
	8.3
	91.7
	7.6335E-05
	0.00084336

	300.00
	6.88E-03
	2.57E-03
	5.50
	729
	666
	8.2
	91.8
	7.5415E-05
	0.00084428
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Figure S1. 200 MHz 1H NMR spectra of Eu(EPTPA-bz-NH2)2- at 44:56 (top, t=0 min) and 9:91 (bottom, t=100 min) A:B isomer ratio (T=298 K).
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Figure S2. 17O NMR 1/T2 relaxation rates in the function of time for Gd(EPTPA-bz-NO2)2-.
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