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Table S1. Names, SMILES of organic solvents dataset exploited for

developing and validating the classification models.

No. Chemical Name SMILES Class

1 N-Cyclohexyl-pyrrolidinone CICCC(CC1)N2CCCC2=0 solvent

2 1 ’3_Dime;1;¥illfit;?ilg$0_2( 1H)- O=CIN(C)CCCNIC solvent

3 1-Butylpyrrolidin-2-one CCCCNICCCC1=0 solvent

4 1-Benzylpyrrolidin-2-one CICC(=0)N(C1)CC2=CC=CC=C2 solvent

5 l-Methylf()Ilerl\r/;)Il)i)din-2-one CN1CCCC1=0 solvent

6 3_(2_(;:;;1;£$Ldinyl) 0=CICCCNICCCHN solvent

7 N-Ethyl-pyrrolidinone CCNICCCC1=0 solvent

8 N-Octyl-pyrrolidone CCCCCCCONICCCCI=0 solvent

9 N-Vinyl-pyrrolidinone N1(C(CCC1)=0)C=C solvent
10 Dimethyl-imidazolidinone CNICCN(C1=0)C solvent
11 Dimethylacetamide 0=C(C)N(C)C solvent
12 N-Formyl-piperidine 0=CN1CCCCC1 solvent
13 N-Dodecyl-pyrrolidone CCCCCCCCCCCCNICCCCI=0 solvent
14 Dimethylformamide O=CN(C)C solvent
15 Benzyl acetate CC(=0)OCclcccec] solvent
16 Propionitrile CCC#N solvent
17 Acrylic acid C=CC(=0)0 solvent
18 2,2'-thiodiethanol 0CCSCCOo solvent
19 Ethanol amine NCCO solvent
20 Cyclopentanone CICCC(=0)C1 solvent
21 Chlorophenol OclcceeclCl solvent
22 Acetone CC(=0)C solvent
23 Benzyl benzoate 0=C(OCclcceecl)c2ccecc2 solvent
24 Isopropyl alcohol CC(C)0 solvent
25 Cyclohexanone C1CCC(=0)CC1 solvent
26 Toluene Cclececcel solvent
27 Triethyleneglycol 0OCCOCCOCCO solvent
28 Formamide 0=CN solvent
29 Benzyl alcohol 0CC1=CC=CC=C1 solvent
30 Nitropropane O=[N+](JO-)CCC nonsolvent
31 Ethylene glycol 0CCo nonsolvent
32 Tetracthylene glycol O(Ccoccoyccocco nonsolvent
33 Triethylenephosphate P(OCC)(OCC)(0OCC)=0 nonsolvent
34 Diethylenetriamine N(CCN)CCN nonsolvent
3 Tetrahydrofuran(THF ) o1ccect nonsolvent
36 2-Methoxy-1,3-Dioxolane o1ccocloc nonsolvent
37 2-Pyrrolidone 0=CINCCCI1 nonsolvent
38 Acrylonitrile N#CC=C nonsolvent
39 Dichloroacetonitrile CIC(CHCHN nonsolvent
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O=C1CC(CCCI1=C(C)C)C

nonsolvent

Pulegone
4 Dibenzyl ether O(Ccleccecl)Celecceecl nonsolvent
42 Dioxane OICCOCCl1 nonsolvent
a3 Benzophenone O=C(clccecel)clececeel nonsolvent
44 Dioxolane 01CCOC1 nonsolvent
45 Benzaldehyde O=Cclceccecl nonsolvent
nonsolvent
46 Morpholine 01CCNCCI
nonsolvent
47 Diethyleneglycol O(CCO)CCO
nonsolvent
48 1,3-Butanediol OC(Cco)C
nonsolvent
» 1,1-Dichloroethane [@(e(e)e
—0)= nonsolvent
30 Dimethylsulphate S(0C)(OC)(=0)=0
= nonsolvent
31 Ethyl-Chloroformate CIC(OCC)=0
= nonsolvent
2 2-Nitropropane O=[N+]([0-)C(O)C
nonsolvent
3 Dichloromethane ClcCl
nonsolvent
34 Bromotrichloromethane BrC(CH(CDCI
53 Furfural olcece1C=0 nonsolvent
%6 Heptane c(ccoyeece nonsolvent
37 Aniline Nelcececel nonsolvent
nonsolvent
>3 Acetonitrile N#CC
nonsolvent
9 Tert-butylchloride CICO)O)C
60" 1,1,3,3-tetramethylguanidine CN(C)C(=N)N(C)C nonsolvent
(TMG)
61" 1,8-diazabicycloundec-7-ene NI1=C2N(CCCCC2)CCC1 solvent
(DBU)
62* 1,5-diazabicyclo(4.3.0)non-5-ene N\2=C1\N(CCC1)CCC/2 onsolvent

(DBN)




