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Conclusion

SVR approach is more accurate, KRR approach is more robust  

Include more compounds with nitro group into the future experimental data set

Experimental Blind Tests 

SVR: P_VSA_LogP_2, 
, , MATS4v,Mor28e HOMO
, , , Mor06s GATS4p MATS8m

and Mor15v

KRR: , , Mor15v HOMO
, Mor30e, nRNH2, MATS8m

C-018, , MATS2i, GATS4p
Mor11e, , Mor06s Mor28e

Index 1 2 3 4 5 6 7 8 9 10

IEexp (%) -563 -517 -24 -14 16 79 30 67 52 20

IESVR(%) -172 -195 51 -21 9 -68 37 -89 34 -42

IEKRR(%) -108 -109 2 -53 -17 -82 60 23 23 -49

Index Compounds IEexp (%)

1 1-Acetylpiperazine -563

2 1-Amino-4-methylpiperazine -517

3 2-Hydroxycinnamic acid -24

4 2-Hydroxyphenylacetic acid -14

5 3-Methylpyrazole 16

6 5-Nitrouracil 79

7 Tartronic acid 30

8 Trimesic acid 67

9 Pyromellitic acid 52

10 Trimethylolpropane 20

HOMO energies derived from DFT calculations is selected for both models 
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