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The PLS QSAR model

PEC,
=-11.497 + 0.165 X SCBO - 0.248 X nCsp2 + 2.165 X Eta_sh_p - 0.1
X nArC0O + 10.370 X PDI + 3.110 X Eta_epsi_2 + 0.152 X maxi®i con
X~ 0.146 X FO4[N - 0] - 0.316 X F09[0 - 0]
Rp,2. = 0.696 Q50 = 0.644 MAE,, ;= 0.410
Q7 =0.526 Q= 0.524 MAE,, = 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
FO04[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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Coefficient Plot
CoeffCS[Comp. 8](YVar pEC3 (LLNA))
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Figure S1. Regression Coefficient Plot

S3



DModX AD Plot (TRAIN)
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DModX AD Plot (TEST)
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Figure S2. The DModX AD Plots
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Figure S3. Loading Plot
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Score Plot
t[Comp. 1]/t[Comp. 2]

Figure S4. Score Plot
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Variable Importance Plot
VIP[Comp. 8]
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Figure SS. Variable Importance Plot
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Y-Randomization Plot
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Figure S6. Y-Randomization Plot
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