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Figure S1. *H NMR spectrum of 1 in CDCls.
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Figure S2. 33C NMR spectrum of 1 in CDCls.
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Figure S3. MS spectrum of 1.
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Figure S4. *H NMR spectrum of 2 in DMSO-ds.
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Figure S5. *°C NMR spectrum of 2 in DMSO-ds.
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Figure S6. MS spectrum of 2.
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Figure S7. *H NMR spectrum of 3 in CDCls.
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Figure S8. 3C NMR spectrum of 3 in CDCls.
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Figure S9. MS spectrum of 3.
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Figure S10. *H NMR spectrum of 4 in DMSO—ds.
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Figure S11. C NMR spectrum of 4 in DMSO-ds.
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Figure S12. MS-spectrum of 4.
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Figure S13. MS spectrum of the Gd** complex, CAL.
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Figure S14. HPLC (high performance liquid chromatography) spectrum of the Gd®** complex, CA1.
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Figure S15. MS spectrum of the Gd** complex, CA2.
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Figure S16. Cell viability of MCF-7 cells after incubation for 24 hours with the T1 contrast agent CAL.
The cells were incubated with different doses of CA1 and viability was measured by means of an MTT

assay as described in the main text.
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Figure S17. MRI of MCF-7 cells incubated with CAl and CA2. (a) T:—weighted MR images at 4.7
T at room temperature were obtained in cell phantom samples of MCF-7 cells incubated without (Non-
treat) and with CA1 or CA2 (100 M) and (b) corresponding signal intensities measured from region-
of-interests of the MR phantom images (study replicated as 2 independent experiments). *, p < 0.05

(Student’s t-test).
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