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Figure S1. Species distribution curves as a function of pH for AlaSal; Catsa =
2.0 x 102 M.

Figure S2. Tandem mass spectrum of [LHs]* — m/z =196.0, Calsai = 1.0 x 102 M.

Figure S3. ESI-MS spectra for ligand in positive ion-mode at various pH, Calsal
=1.0 x 102 M. Explanation of the adduct signal described in the text:

m/z =111.0 [fragment ion m/z =79 + CHsOH]*

m/z =174.0 [deprotonated fragment ion m/z =152 + Na]*

m/z =211.0 [fragment ion m/z = 152 + NaOH + H20]".

Figure S4. ESI-MS spectra for ligand in negative ion-mode at various pH,
Cansa = 1.0 x 102 M.

Figure S5. Negative-ion ESI-MS spectra for the complexes formed in the
Co(NO:s)2/AlaSal system at ligand-to-metal molar ratio 2:1, at various pH,
Cansal = 2 x 102 M. Explanation of the signal described in the text:

m/z =615.0 [CoL:H + deprotonated fragment ion m/z = 107 + HNOs]-.

Figure S6. Positive-ion ESI-MS spectra for the complexes formed in the
Co(NOs)2/AlaSal system at ligand-to-metal molar ratio 2:1, at various pH,
Cansal = 2 x 102 M. Explanation of the signal described in the text:

m/z =218.0 [Co(Il) + fragment ion m/z =79 + 20H + NO:]*

m/z =576.0 [CoL:H + fragment ion m/z = 107 + Na]*

m/z = 618.0 [CoL2H + fragment ion m/z = 108 + H + HNOs]*

m/z = 662.0 [CoL2H + fragment ion m/z = 152 + H + HNOgs]".
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Figure S7. (a) UV spectra of AlaSal during titration within the pH range 1.90-
11.30, Catsal =2 x 10+ M; (b) Molar absorption coefficients (&) of various ligand
ionic forms.

Figure S8. (a) UV/Vis spectra during titration of the Co(Il) — AlaSal system at
ligand-to-metal molar ratio 2:1, pH range 1.80-11.43; Caisa = 2 x 103 M. (b)
Molar absorption coefficients (¢) of the two complexes accepted by HypSpec
deconvolution.
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Figure S1. Species distribution curves as a function of pH for AlaSal; Caiasai =2.0 x 102 M.
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Figure S2. Tandem mass spectrum of [LHs]* — m/z =196.0, Calasa = 1.0 x 102 M.
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Figure S3. ESI-MS spectra for ligand in positive ion-mode at various pH, Cansai = 1.0 x 102 M.
Explanation of the adduct signal described in the text:

m/z =111.0 [fragment ion m/z =79 + CHsOH]*

m/z =174.0 [deprotonated fragment ion m/z =152 + Na]*

m/z =211.0 [fragment ion m/z =152 + NaOH + H:0]".
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Figure S4. ESI-MS spectra for ligand in negative ion-mode at various pH, Catsa =

1.0 x 102 M.



ligand-to-metal molar ratio 2:1
(negative-ion mode)

2451 2 .
100% 174933 100%] 4452 530.1 ]
292100 273858 b
pH 6.3 (a) pH 7.3 (b)
= —_—
= 5% &2 75%] E
=
2 z
H £
< 2
2 2
£ 50%] £ 50%] 6151 E
£ 68. - 2
@ ® 14‘5:220‘ 5530 124105
g = 34 105020
T 5719 656.9 < 2321 5719 6381
& 25% 232.1 o 80831 76870 & 25% 67123 68328 68299 00
58244 ‘ 469.2 1 661
371 M000 452 45785 554 6152 2793 . 339324870 5211 658 e
1945 2791 1g161 - 29270 S0064 5708 25503  65§.0 2163 18386 3401 402.2 26933 25964 60 4 i7ha7 | 6551
e w7 | f: 14480 i 5160 I 89k0 | 520l 20 13471 12636 w T 283 =] 7905
0 L - £ |- b . ry R A B 1 I | bl odie O TR b 1 PP
T 0 R B e e LSEREN E T R RN v e e
2ho abo 4bo sbo ebo iz 200 ado abo 560 sho |
miz
100% 4453 e B 100% o3 E
] 387473 9 (C) 214618 (d)
-1 =
R 75% -4 & 75%H 5531 -
= 147820
> 2 5302
@ g 129578
< ] 6
S ] 615.1 ] 58 )
£ o 1 E] o :
: :
= £ 4461 572.0
= E 446.2 ° 63540 57566
o 25%] 2121 91398 5411 00 ¥ 5% 2623 5210
E 3 541, ; 2523 52
63484 a870 61T 5700 6161  gsep 58726 2163 33724 s 2 3781
2803 3171 ara 4010 2442 34053 32263 39629 31798 | 20627 2932 340.1 4017 a008 4903
] | 8132 9921 302 7775 ‘5% 7 ] T T 6454 7507 8314 i 8407
0% 1 1l hy Fy 2'1*‘3 L (R - ..ﬂ‘ " P T [ 0% | [l [ S [} b, bl ‘.h T
200 ato ato 500 &bo L 200 3o 4ho 500 50 .

Figure S5. Negative-ion ESI-MS spectra for the complexes formed in the Co(NOs):/AlaSal system at ligand-to-metal molar ratio 2:1, at various
PH, Caisal = 2 x 102 M. Explanation of the signal described in the text:
m/z = 615.0 [CoL2H + deprotonated fragment ion m/z =107 + HNOs]-.
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Figure S6. Positive-ion ESI-MS spectra for the complexes formed in the Co(NOs)2/AlaSal system at ligand-to-metal molar ratio 2:1, at various
pH, Cansa =2 x 102 M. Explanation of the signal described in the text:

m/z =218.0 [Co(Il) + fragment ion m/z =79 + 20H + NO:]*

m/z = 576.0 [CoL2H + fragment ion m/z = 107 + Na]*

m/z = 618.0 [CoL2H + fragment ion m/z = 108 + H + HNOs]*

m/z = 662.0 [CoL2H + fragment ion m/z = 152 + H + HNOs]".
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Figure S7. (a) UV spectra of AlaSal during titration within the pH range 1.90-11.30, Catasa =
2 x 104 M; (b) Molar absorption coefficients (&) of various ligand ionic forms.
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Figure S8. (a) UV/Vis spectra during titration of the Co(II) — AlaSal system at ligand-to-metal
molar ratio 2:1, pH range 1.80-11.43; Cansa= 2 x 10 M. (b) Molar absorption coefficients (&)
of the two complexes accepted by HypSpec deconvolution.
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