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Figure S1. 'H-"H COSY spectrum of 1 in DMSO-dg

f1 (ppm)
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Figure S2. 'H-3C HSQC (red) and 'H-'>*C HMBC (green) spectra of 1 in DMSO-dg
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Figure S3. 'H-'3C HSQC (red) and 'H-'3C HMBC (green) spectra of 2 in D,O

r10
r20
r30
r40
r50
r60
r70
r80
r90
r100
r110
r120
r130
140
r150
r160
r170

f1 (ppm)



12 4

P|':1 1 '/MW

2 3 4

base equivalent
Figure S4. Representative titration curves of the H*—L1 (a) system and the Pd(I[)-L1 systems
at 1:2 (b) and 1:1 (c) metal ion to ligand ratios (c;; = 2.80 mM).
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Figure S5. Concentration distribution curves for Pd(II)-L1 system at 1:1 metal ion to ligand
ratio (cp; = 2.80 mM)
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Figure S6. MALDI-MS spectum of the precipitate odtained during the titration of Pd(I)L2 =
1:2 system
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Figure S7. pH-dependent 'H NMR spectra of the 2:1 Pd(I)-L2 sample, ¢;, = 5.0 mM.
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Figure S8. pH-dependent 'H NMR spectra of the 1:1 Pd(IT)-L2 sample, ¢, = 5.0 mM.
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Figure S9. pH-dependent 'H NMR spectra of the 1:2 Pd(I1)-L2 sample, ¢, = 5.0 mM, A
signals of the bis-complexes are highlighted
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Figure S10. pH dependent '"H NMR spectra of [Co(tren)H(L2)]*" in solution
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Figure S11. 'TH NMR spectum of [PdH(L2)Cl,]-2H,0 in D,0.
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Figure S12. Time dependent '"H NMR spectra of [PdH(L2)Cl,]-H,0-9-MeG =1:4 system at
pH=7.0 (cp,y = 2.0 mM).



