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Table S1: Description of the 15 most important fingerprint components.

Component Description
e,main,chain,ring Ratio of non-H atoms in atomic rings vs. total number of atoms
e,fam,acrylate 1 if the acrylate group is present, 0 otherwise
b,289 Number of methylene groups (R-CH2)
e,fam,polyamides 1 if the polyamide group is present, 0 otherwise
m,MQNs29 Number of cyclic divalent nodes; normalized to the number of atoms
e,ring,dist,shortest Shortest distance between two atomic rings
a,C3,C3,C3 Atomic triple C3-C3-C3
b,267 Number of methyl groups (R-CH3)
e,side,chain,large,abs Length of the longest side chain
m,MQNs13 Number of acyclic double bonds in repeat unit; normalized to number of atoms
b,239 Number of ethene groups (R-C2H4)
b,145 Number of phenylenes rings (R-C6H4-R ring)
b,197 Number of C3H6 groups
e,multi,ring,dimer 1 if two overlapping rings are present, 0 otherwise
b,349 Number of H atoms
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Table S2: Compendium of RMSE and R2 values. The RMSE and R2 values are fold
averages of the five cross-validation models. The units of the RMSE values are specified in
Table 1 of the publication. R2 values smaller than 0 are omitted.

RMSE R2

GP-ST ST MT1 MT2-all MT2-sub GP-ST ST MT1 MT2-all MT2-sub
Tm 50.35 49.48 50.77 50.45 49.95 0.75 0.76 0.68 0.70 0.72
Tg 33.56 33.76 37.24 36.88 36.19 0.90 0.89 0.85 0.86 0.87
Td 60.91 60.00 64.33 62.49 60.16 0.63 0.64 0.52 0.58 0.60
λ 0.07 0.08 0.07 0.07 0.07
cp 0.19 0.17 0.20 0.22 0.25 0.60 0.57 0.54 0.19
Eat 0.04 0.05 0.05 0.06 0.11 0.98 0.98 0.94 0.81 0.87
Oi 9.85 7.78 7.37 8.64 7.56 0.26 0.31 0.26
Xc 24.42 20.74 19.08 18.02 18.32
Xe 17.99 14.71 17.45 14.21 12.56
ρ 0.07 0.07 0.09 0.08 0.09 0.83 0.83 0.68 0.68 0.77
Vff 0.03 0.03 0.04 0.03 0.03
Egc 0.48 0.49 0.53 0.54 0.48 0.90 0.89 0.85 0.86 0.90
Egb 0.55 0.57 0.58 0.54 0.43 0.91 0.89 0.89 0.91 0.95
Eea 0.32 0.32 0.39 0.43 0.33 0.90 0.87 0.81 0.76 0.88
Ei 0.42 0.45 0.45 0.41 0.36 0.77 0.74 0.70 0.71 0.83
nc 0.10 0.10 0.10 0.09 0.07 0.79 0.78 0.79 0.79 0.91
ne 0.09 0.06 0.06 0.04 0.03 0.63 0.66 0.78 0.90
ε0 0.53 0.54 0.54 0.47 0.39 0.68 0.71 0.67 0.71 0.86
ε1.78 1.05 1.02 0.92 0.75 0.50 0.43 0.72
ε2 1.10 1.05 0.97 0.76 0.44 0.20 0.83
ε3 1.12 1.13 0.99 0.72 0.63 0.29 0.64
ε4 0.71 0.65 0.59 0.52 0.27 0.28 0.09 0.32 0.88
ε5 0.93 1.11 0.79 0.44 0.31 0.15 0.78
ε6 0.86 0.77 0.77 0.56 0.40 0.59
ε7 0.48 0.42 0.36 0.41 0.22 0.26
ε9 0.63 0.70 0.67 0.62 0.32
ε15 0.33 0.20 0.19 0.14 0.12 0.62 0.60 0.78 0.87
σts 28.09 26.67 26.76 26.25 23.45 0.11 0.38 0.22 0.22 0.50
Y 0.98 0.93 0.90 0.83 0.80 0.38 0.13 0.35 0.49
δs 1.50 1.34 1.55 2.02 1.81 0.32 0.59 0.23 0.01
µH2 0.36 0.33 0.34 0.23 0.12 0.84 0.84 0.79 0.93 0.98
µHe 0.26 0.30 0.30 0.21 0.13 0.86 0.82 0.77 0.91 0.97
µN2 0.33 0.34 0.32 0.22 0.12 0.85 0.85 0.82 0.93 0.98
µO2 0.37 0.36 0.34 0.22 0.13 0.84 0.84 0.82 0.94 0.98
µCH4 0.34 0.35 0.32 0.25 0.13 0.87 0.86 0.84 0.92 0.98
µCO2 0.39 0.43 0.40 0.28 0.19 0.88 0.84 0.81 0.93 0.97
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