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[Table 1: RMSEs (gV) between exact and predicted values of the HOMO-LUMO gap

for 550,000 molecules. The predictors are supervised (trained) by 50,000 molecules,

and molecular fingerprints are employed for feature vectors. +

a SVM+ SVM+« | SVM< ridge+ ridgev ridge+

(RBF)* (poly2)* (poly3)* (RBF)* (paly2)* (polyd)+

MACCS < 0.490+< 0.541< 0.674< 0497< 0.511< 0481¢°
Topological 512+ 0.490« 0.530« 0.593« 0.504+< 0518+~ 0471«
Topological 1024« 0468+~ 0.542¢ 0.695< 0478+« 0493 0458+ "'
Topological 2048« 0.463+< 0.607+ 0.882« 0467+ 0480+~ 0.462+ "'

Topological _1024+MACCS+ 0.425+< 0.507< 0.668+< 0.439¢ 0450 0420+ °
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