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Figure S1. '"H NMR spectrum of 3 in CDCl;.
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Figure S3. 'H and '*C assignments for compound 3.
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Figure S4. ESI*-MS spectrum of 3.
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Figure S5. '"H NMR spectrum of complex 1 in CD,Cl,
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Figure S6. 3C NMR spectrum of complex 1 in CD,Cl,.

S6



ﬂ__.w" M '“ . J o min

& ) ®
j w e -
- = e =1
— "
= -
-__.) @
e ' .
s T
—__1"_ & B 3" "
— a
—— o ] ]
= L]
———:‘ - @ E -
T T T T T T T T T T T T T
B.5 a.0 75 70 6.5 6.0 5.5 5.0 4.5 4.0 3.5 1.0 b}

2 {ppm)

Figure S7. 'H,'"H COSY spectrum of complex 1 in CH,Cl,.
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Figure S8. 'H,3C HSQC spectrum of complex 1 in CH,Cl,.

fLiprm)

f (e

S7



B.5 80 5 74 % 6.0 35 5.0 4.5 4.0 3.5 3.0
2 (ppem)

Figure S9. 'H,"3*C HMBC spectrum of complex 1 in CH,Cl,.
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Figure S10. NOESY spectrum of complex 1 in CH,Cl,.
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Figure S11. 'H and 3C assignments for compound 1.
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Figure S12. MALDI mass spectrum in the positive ion mode of complex 1.
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Figure S13. MALDI mass spectrum in the negative ion mode of complex 1.
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Table S1. UV-visible data of the ligand 3.2

UV-vis Apmax, NM
(loge, Mcm'?)

3b 239 (4.19), 285
(3.57), 309 (3.63)

@ Determined in diluted solutions (1 x 10> M); ? determined in CHCls.

Determination of the hydrophilic/hydrophobic character of 1.

The partition coefficient (logP) for 1 was measured by a UV-vis spectroscopic approach. An aqueous
solution of 1 (10 uM) was mixed with an equal volume of n-octanol. After shaking for 12 h at room
temperature, the mixture was allowed to separate by centrifugation. The concentration of the complex

1in each phase was determined by UV-vis spectroscopy.
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Figure S14. In vitro cytotoxicity of the ruthenium complex 1 on MCf10a cell line. Cell-Titer GLO® assay

under dark conditions (black bars) or after light irradiation (green bars). **** P <0.001; *** P <0.01.
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Figure S15. In vitro cytotoxicity of the ruthenium complex 1 on MCf10a cell line. Cell-Titer GLO® assay
under dark conditions (A) or after light irradiation (B).
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Figure S16. In vitro cytotoxicity of the ruthenium complex 1 on Hs578T and A375cell lines. Cell-Titer
GLO® assay under dark conditions (black traces on the right) or after light irradiation (green traces on the

left).
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