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Coumpound 1

Formula: C19H25N5O3

Exact Mass:  371.196 g.mol-1

Molecular Weight: 371.441 g.mol-1

Description: white powder

1H NMR (300 MHz, CDCl3, 25°C) δ 8.07 (d, J = 8.7 Hz, 2H, CHAr PhNO2), 7.31 (d, J = 8.7 Hz, 2H, 
CHAr PhNO2), 4.47-4.35 (m, 1H), 4.22 (d, J = 3.1 Hz, 1H), 3.47 (dd, J = 14.0, 3.8 Hz, 1H, N-CH-N), 
3.38 (td, J = 12.0, 3.3 Hz, 1H), 3.10 (d, J = 3.1 Hz, 1H, N-CH-N), 3.04 (dd, J = 11.2, 2.6 Hz, 1H), 
3.00-2.82 (m, 6H), 2.82-2.57 (m, 3H), 2.43-2.28 (m, 2H), 2.24-2.04 (m, 3H), 1.30-1.10 (m, 1H, 
CH2-β-N).

13C NMR (75 MHz, CDCl3 , 25°C) δ 170.4 (CO), [147.8, 146.6] (CAr PhNO2), [129.9, 123.7] (CHAr 
PhNO2), [76.00, 70.9] (N-CH-N), [55.9, 53.9, 53.2, 53.0, 44.4, 43.9, 40.6] (CH2-α-N), 36.7 (CH2-
β-N), 35.1 (CH2-PhNO2), 19.6 (CH2-β-N).
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Figure S1: 1H NMR Spectrum (300 MHz, CDCl3, 25°C) of compound 1

Figure S2 : 13C NMR spectrum (75 MHz, CDCl3, 25°C) of compound 1
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Compound 2

Formula: C26H32N5O3Br

Exact Mass:  371.196 g.mol-1

Molecular Weight: 542.478 g.mol-1

Description: White Powder
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Figure S3: 1H NMR Spectrum (300 MHz, CDCl3, 25°C) of compound 2

Figure S4: 13C NMR spectrum (75 MHz, CDCl3, 25°C) of compound 2



Figure S5: HRMS spectrum (ESI) of compound 2
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Compound 3

Formula: C24H35N5O

Exact Mass:  409.284 g.mol-1

Molecular Weight: 409.578 g.mol-1

Description: yellowish oil
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Figure S6: 1H NMR spectrum (300 MHz, CDCl3, 25°C) of compound 3

Figure S7: 13C NMR spectrum (75 MHz, CDCl3, 25°C) of compound 3



Figure S8: HRMS spectrum (ESI) of compound 3
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Compound 4

Formula: C24H37N5

Exact Mass:  395.305 g.mol-1

Molecular Weight: 395.595 g.mol-1

Description: colorless oil
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Figure S10: 13C NMR spectrum (75 MHz, CDCl3, 25°C) of compound 4

Figure S9:1H NMR spectrum (300 MHz, CDCl3, 25°C) of compound 4
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Figure S11: HRMS spectrum (ESI) of compound 4



Compound 5

Formula: C44H69N5O8

Exact Mass:  795.515 g.mol-1

Molecular Weight: 796.063 g.mol-1

Description: yellowish oil
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Figure S12: 1H NMR spectrum (300 MHz, CD3CN, 70°C) of compound 5

Figure S13: 13C NMR spectrum (75 MHz, CD3CN, 70°C) of compound 5
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Figure S14: HRMS spectrum (ESI) of compound 5



Compound 6

Formula: C37H63N5O8

Exact Mass:  705.468 g.mol-1

Molecular Weight: 705.938 g.mol-1

Description: Yellowish oil
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Figure S15: 1H NMR spectrum (300 MHz, CD3CN, 70°C) of compound 6

Figure S16: 13C NMR spectrum (75 MHz, CD3CN, 70°C) of compound 6
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Figure S17: HMRS spectrum (ESI) of compound 6
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Compound 7

 

Formula: C45H70N6O10

Exact Mass:  854.515 g.mol-1

Molecular Weight: 855.087 g.mol-1

Description: Colorless oil
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Figure S18: 1H NMR spectrum (300 MHz, CD3CN, 70°C) of compound 7

Figure S19: 13C NMR spectrum (75 MHz, CD3CN, 70°C) of compound 7
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Figure S20: HRMS spectrum (ESI) of compound 7
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Compound 8 : p-NH2-Bn-te1pa

Formula: C24H36N6O2  xHCl

Exact Mass:  440.290 g.mol-1

Molecular Weight: 440.592 g.mol-1

Description: Colorless oil
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Figure S21: 1H NMR spectrum (300 MHz, D2O, 25°C) of compound 8

Figure S22: 13C NMR spectrum (75 MHz, D2O, 25°C) of compound 8



Figure S23: HRMS spectrum (ESI) of compound 9
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Compound 9 : p-SCN-Bn-te1pa

Formula: C25H34N6O2S  xHCl

Exact Mass:  482.246 g.mol-1

Molecular Weight: 482.647 g.mol-1

Description: Colorless oil
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Figure S24: 1H NMR spectrum (500 MHz, D2O, 25°C) of compound 9

Figure S25: 13C NMR spectrum (125 MHz, D2O, 25°C) of compound 9



Figure S26: HRMS spectrum (ESI) of compound 9

S31



Table S1: Bioconjugation rates and immunoreactivity obtained with p-Bn-SCN-DOTA with 
9E7.4

Chelates / mAb Immunoreactivity (%)

Exp 1 2.5 42.3 ± 3.1

Exp 2 2 39.3 ± 0.5

Exp 3 1 68.9 ± 0.3

Exp 4 1 69.9 ± 0.3

Exp 5 2 53.2 ± 0.7

Figure S27: UPLC profile of unmodified mAb 9E7.4
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Figure S28: UPLC profile of 9E7.4-p-SCN-Bn-NOTA
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Figure S29: UPLC profile of 9E7.4-p-SCN-Bn-DOTA
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Figure S30: UPLC profile of 9E7.4-p-SCN-Bn-TE1PA
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