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The PLS QSAR model

𝑝𝐸𝐶3
=‒ 11.497 + 0.165 × 𝑆𝐶𝐵𝑂 ‒ 0.248 × 𝑛𝐶𝑠𝑝2 + 2.165 × 𝐸𝑡𝑎_𝑠ℎ_𝑝 ‒ 0.187 × 𝑋2𝑠𝑜𝑙 + 1.587
× 𝑛𝐴𝑟𝐶𝑂 + 10.370 × 𝑃𝐷𝐼 + 3.110 × 𝐸𝑡𝑎_𝑒𝑝𝑠𝑖_2 + 0.152 × 𝑚𝑎𝑥⁡_𝑐𝑜𝑛𝑗_𝑝𝑎𝑡ℎ
×‒ 0.146 × 𝐹04[𝑁 ‒ 𝑂] ‒ 0.316 × 𝐹09[𝑂 ‒ 𝑂]

𝑅 2
𝑇𝑟𝑎𝑖𝑛 = 0.696                  𝑄 2

𝐿𝑂𝑂 = 0.644              𝑀𝐴𝐸𝑇𝑟𝑎𝑖𝑛 = 0.410

𝑄 2
𝐹1 = 0.526                     𝑄 2

𝐹2 = 0.524                 𝑀𝐴𝐸𝑇𝑒𝑠𝑡 = 0.562

SCBO: sum of conventional bond orders (H-depleted)

nCsp2: number of sp2 hybridized Carbon atoms

Eta_sh_p: eta p shape index

X2sol: solvation connectivity index of order 2

nArCO: number of ketones (aromatic)

PDI: packing density index

Eta_epsi_2: eta electronegativity measure 2

max_conj_path: maximum number of atoms that can be in conjugation with each other

F04[N-O]: frequency of N – O at topological distance 4

F09[O-O]: frequency of O – O at topological distance 9
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Figure S1. Regression Coefficient Plot
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Figure S2. The DModX AD Plots
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Figure S3. Loading Plot 
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Figure S4. Score Plot



S7

Figure S5. Variable Importance Plot
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Figure S6. Y-Randomization Plot


