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Table S1. Results obtained from regression based nano-QSAR models. Experimental and predicted ECs values of 34 modified TiO, nanoparticles are reported.

Amount of noble

BET Observed Model I Model 11
metal [mol %]
Size MW Surface  log(ECsp)!
No. Sample Predicted Predicted
[nm)] [mol/L] Area data Improved Improved
Ag Pt Au DCW  log(ECs)’! DCW log(ECsp)!
[m?/g] [molar] SMILES SMILES
data data
[Ag]B1[Pt]CO[Au [Ag]B1[Pt]CO[A
1 0.5Ag 0.5 0 0 10.01 53.93 158.00 4.72 50.427 4.746 83.625 4.690
]DOE3F0G5 u]DOE2F0G8
[Ag]B2[Pt]CO[Au [Ag]B2[Pt]CO[A
2 1.5Ag 1.5 0 0 9.80 161.80 162.00 4.89 51.219 4.856 85.846 4919
]DOE3F2G5 u]DOE2F2G8
[Ag]B3[Pt]CO[Au [Ag]B3[Pt]CO[A
3 2.5Ag 2.5 0 0 7.53 269.67 163.00 5.35 54.694 5.339 88.125 5.154
]DOE2F3G5 u]DOE2F3G8
[Ag]B4[Pt]CO[Au [Ag]B4[Pt]CO[A
4 4.5Ag 4.5 0 0 5.52 485.41 183.00 5.70 57.059 5.667 92.641 5.620
IDOE1F6G7 u]DOE1F6G9
[Ag]B5[Pt]CO[Au [Ag]B5[Pt]CO[A
5 6.5Ag 6.5 0 0 5.64 701.14 148.00 5.88 58.077 5.809 94.778 5.841
1DOE1F8G4 u]DOE1F8GS8
[Ag]B1[Pt]C2[Au [Ag]B1[Pt]C2[A
6 0.5Ag 0.1Pt 0.5 0.1 0 11.27 73.44 161.00 4.64 49.738 4.650 83.565 4.684
]DOE4F0GS5 u]DOE2F1G8
[Ag]B2[Pt]C2[Au [Ag]B2[Pt]C2[A
7 1.5Ag 0.1Pt 1.5 0.1 0 36.80 181.31 141.00 4.84 51.332 4.871 85.486 4.882
]DOESF2G3 u]DOE8F2G8
[Ag]B3[Pt]C2[Au [Ag]B3[Pt]C2[A
8 2.5Ag 0.1Pt 2.5 0.1 0 5.63 289.18 152.00 5.06 53.348 5.152 88.303 5.173
1DOE1F4G4 u]DOE1F3G8
9 4.5Ag 0.1Pt 4.5 0.1 0 21.97 504.91 115.00 5.54 [Ag]B4[Pt]C2[Au  56.266 5.557 [Ag]B4[Pt]C2[A 92514 5.607
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