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Figure S1. PLS model Pd(II)/TazoC-PADs pH 2: Model performances
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Table S1. PLS model Pd(Il)/TazoC-PADs pH 2: Experimental and fitted data

Training set Test set
Exp. [Pd] uM | Fit. [Pd] uM | Exp. [Pd] pM | Fit. [Pd] uM
2.6 2.1 7.5 7.8
2.6 2.5 7.5 8.7
2.6 2.2 7.5 6.8
49 5.1 25.2 24.3
49 6.5 25.2 26.8
4.9 4.5 25.2 25.3
10.1 11.3 425 43.3
10.1 10.8 425 41.2
10.1 9.7 425 449
19.9 21.9
19.9 21.9
19.9 20.0
30.1 28.5
30.1 27.8
30.1 28.1
39.8 41.4
39.8 41.5
39.8 40.3
50.0 50.7
50.0 47.4
50.0 49.5




Figure S2. PLS model Pd(II)/TazoC-PADs pH 4: Model performances
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Table S2. PLS model Pd(Il)/TazoC-PADs pH 4: Experimental and fitted data

Training set Test set
Exp. [Pd] uM | Fit. [Pd] uM | Exp. [Pd] uM | Fit. [Pd] uM
2.6 2.1 7.5 5.6
2.6 3.6 7.5 5.9
2.6 3.2 7.5 8.1
4.9 5.4 25.2 24.9
4.9 4.9 25.2 26.7
4.9 4.3 25.2 27.2
10.1 7.9 37.6 38.2
10.1 9.3 37.6 38.6
10.1 11.6 37.6 41.9
19.9 17.9
19.9 20.9
19.9 21.7
30.1 28.8
30.1 29.7
30.1 30.0
39.8 39.0
39.8 40.5
39.8 39.9
50.0 52.3
50.0 49.3
50.0 50.0




Figure S3. PLS model Pd(II)/TazoC-PADs pH 5.5: Model performances
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Table S3. PLS model Pd(II)/TazoC-PADs pH 5.5: Experimental and fitted data

Training set Test set
Exp. [Pd] uM | Fit. [Pd] uM | Exp. [Pd] uM | Fit. [Pd] uM
2.6 2.8 8.3 114
2.6 3.3 8.3 9.3
2.6 3.4 8.3 9.9
49 5.3 27.7 28.5
49 4.6 27.7 28.1
4.9 4.0 27.7 30.3
10.1 10.7 41.3 41.6
10.1 9.6 41.3 42.1
10.1 10.0 41.3 40.9
19.9 19.9
19.9 19.7
19.9 20.2
30.1 29.5
30.1 30.8
30.1 30.0
39.8 39.6
39.8 40.9
39.8 38.9
50.0 48.7
50.0 48.2
50.0 52.7




Figure S4. PLS model Pd(II)+Cu(ll)/TazoC-PADs pH 4: Model performances
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Table S4. PLS model Pd(II)+Cu(Il)/TazoC-PADs pH 4: Experimental and fitted data

Training set Test set
[Cul uM | Exp. [Pd] uM | Fit. [Pd] uM | [Cu] uM | Exp. [Pd] uM | Fit. [Pd] uM
5.0 0.0 0.6 20.5 3.8 3.9
10.1 0.0 0.6 0.0 3.8 3.8
20.5 0.0 0.5 20.5 7.5 7.3
0.0 5.0 3.6 0.0 7.5 7.7
5.0 5.0 4.5 5.0 15.0 15.8
10.1 5.0 4.5 10.1 15.0 14.9
0.0 10.3 10.6 3.8 3.8 3.6
10.1 10.3 11.8 14.9 3.8 4.5
5.0 19.7 19.2 3.8 7.5 7.9
10.1 19.7 194 14.9 7.5 6.9
20.5 19.7 19.9 3.8 15.0 15.3
3.8 0.0 -0.4
14.9 0.0 -0.2
3.8 0.0 0.6
7.6 5.0 4.5
14.9 5.0 5.3
7.6 5.0 5.3
14.9 10.3 11.0
0.0 10.3 10.8
5.0 10.3 11.0
10.1 10.3 10.4
20.5 19.7 19.4
5.0 19.7 18.7




Figure S5. PLS model Pd(II)+Cu(II)+Ni(Il)/TazoC-PADs pH 5.5: Model performances
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Table S5. PLS model Pd(II)+Cu(I)+Ni(II)/TazoC-PADs pH 5.5: Experimental and fitted data

Training set Test set
[Cu] uM | [Ni] uM | Exp. [Pd] uM | Fit. [Pd] uM | [Cul uM | [Ni] uM | Exp. [Pd] uM | Fit. [Pd] uM
0.0 20.5 0.0 -0.1 4.7 30.7 0.0 -0.2
0.0 30.7 0.0 -0.1 0.0 30.7 4.7 4.0
0.0 40.1 0.0 0.0 15.7 3.7 12.5 12.0
7.9 30.7 0.0 0.3 0.0 30.7 10.3 10.9
9.4 30.7 0.0 -0.1 15.7 0.0 15.0 16.3
3.1 30.7 3.8 3.7
7.9 15.7 3.8 2.9
15.7 0.0 3.8 4.2
0.0 30.7 7.5 7.3
3.1 0.0 7.5 7.4
7.9 20.5 7.5 8.0
3.1 7.5 15.0 14.4
7.9 0.0 15.0 15.2




Figure S6. PLS model Pd(II)/TazoC-PADs TW: Model performances
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Table S6. PLS model Pd(II)/TazoC-PADs TW: Experimental and fitted data
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Training set Test set
Exp. [Pd] uM | Fit. [Pd] uM | Exp. [Pd] uM | Fit. [Pd] uM
2.6 1.7 7.5 8.2
2.6 4.1 7.5 7.6
2.6 3.3 7.5 8.5
4.9 7.5 25.2 27.1
4.9 5.5 25.2 24.5
4.9 4.6 25.2 26.4
10.1 9.1 44.6 45.9
10.1 10.3 44.6 43.0
10.1 10.4 44.6 42.8
19.9 19.8
19.9 21.6
19.9 19.9
30.1 271
30.1 29.3
30.1 31.5
39.8 39.6
39.8 39.9
39.8 419
50.0 51.7
50.0 48.2
50.0 48.3
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