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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
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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)



X

jay

o
B

El
s,
1]
g {
§2'5_. <
>3
]
o
N
. b
2.0 \
1 0
1.5 S
g I
o
1.0
0.5
L T O Oy O O e O By O I O O Y I O B B EE B B B B I I R B |
400 405 410 415 420 425

m/z

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



pH

9.98 ,
N L a A JUIML/’M“ "u«U L ﬁ»
8.84
M ﬂ i " )‘K \._/V’L«J/\\_/ﬂha

rol N L 4 N &U JL

=
=

|
?

3.77 0 L A ‘AJMM il ml -

8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 25 2.0 1.5 1.0
&(ppm)

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).



