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Fig. 3
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Fig. 6
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Fig. 7
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ITEM NO. STRUCTURAL 

FORMULA

EXPERIMENTAL CONDITION 

(TEMPERATURE)

MATERIAL PROPERTY A

1 CH3COOH 18.1 10

2 CH3CH2OOH 20.5 22

3 OH-CH=CH-OH 19.7 18

ITEM NO. STRUCTURAL 

FORMULA

EXPERIMENTAL CONDITION 

(HUMIDITY)

MATERIAL PROPERTY B

1 CH3CNOH 98.0 100

2 NH=CHOOH 70.3 202

3 CH2=CHOCH3 55.9 181

4 CH3CH2CH2CH3 98.2 PREDICTION TARGET

PAST TASK A
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ITEM NO. STRUCTURAL 

FORMULA

EXPERIMENTAL CONDITION 

(TEMPERATURE)

MATERIAL PROPERTY A

1 CH3COOH 18.1 10

2 CH3CH2OOH 20.5 22

3 OH-CH=CH-OH 19.7 18

PAST TASK A
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A

MATERIAL PROPERTY 

B

1 CH3CNOH 98.0 12 100

2 NH=CHOOH 70.3 10 202

3 CH2=CHOCH3 55.9 13 181

4 CH3CH2CH2CH3 98.2 25 PREDICTION TARGET
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Fig. 11

ID SMILES T MATERIAL 

PROPERTY

1 C3O 10.2 10.2

2 C2OO 7.8 7.8

3 C2NO 10.2 10.2

4 COCOC 5.5 5.5

5 NCCl 10.1 10.1

6 CCCOC 17.2 17.2

7 ClCCl 8.7 8.7
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Fig. 12
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