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Figure S1: Mass spectra of compound 1
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Scifinder results of the new compound

OH

No similar structure.

Explore Saved Searches

SciPlanner
Chemical Structure similarity

SUBSTANCES

Select All Deselect All

0 of 8 Similarity Candidates Selected
= 99 (most similar)
95-98

90-94

85-89

80-84

75-79

70-74

65-69

0-64 (least similar)

O00o00oooo

Results of structure similarity 95-98%

Score: 98
1.
96850-18-9

Absolute stereochemistry.

C19 HZ4 OS

2-Propenoic acid, 2-(hydroxymethyl)-, dodecahydro-8-hydroxy-3-methyl-6,9-bis(methylene)-2-oxoazuleno[4,5-b]furan-4-yl ester,
[3R-(30,3aP,4p,6aP,80,9apB,9ba)]- (9CI)

Key Physical Properties:
Molecular Weight

348.39
Melting Point (Experimental)
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Value: 131 °C

Boiling Point (Predicted)

Value: 554.0+£50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.26+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:

~ 3 References

Spectra

Experimental Properties

Score: 98
2.
160661-30-3

Rotation (+)., Absolute stereochemistry.

Clg H24 OG

2-Propenoic acid, 2-(hydroxymethyl)-, dodecahydro-8-hydroxy-3-methyl-6,9-bis(methylene)-2-oxoazuleno[4,5-b]furan-4-yl ester,
[3S-(3a,3aa,40,6a0,8B,920,9bp)]- (9CI)

Key Physical Properties:

Molecular Weight

348.39

Boiling Point (Predicted)

Value: 554.0+50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.26+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:
~ 5 References

Score: 98
3.
852311-03-6

Rotation (+)., Absolute stereochemistry.

C19 H24 OG

2-Propenoic acid, 2-(hydroxymethyl)-, (3S,3aR,4S,6aR,8R,9aR,9bR)-dodecahydro-8-hydroxy-3-methyl-6,9-bis(methylene)-2-
oxoazuleno[4,5-b]furan-4-yl ester

Key Physical Properties:

Molecular Weight

348.39

Boiling Point (Predicted)

Value: 554.0£50.0 °C | Condition: Press: 760 Torr
Density (Predicted)
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Value: 1.26+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)
Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:

~ 1 References

~ 1 Commercial Sources
Spectra

Score: 98

4.,
866457-56-9

Absolute stereochemistry.

C19 H24 06

2-Propenoic acid, 2-(hydroxymethyl)-, (3aR,4S,6aR,8S,9aR,9bR)-dodecahydro-8-hydroxy-3-methyl-6,9-bis(methylene)-2-
oxoazuleno[4,5-b]furan-4-yl ester

Key Physical Properties:

Molecular Weight

348.39

Boiling Point (Predicted)

Value: 554.0+50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.26+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:
~ 2 References

Score: 97

5.
52597-25-8

Absolute stereochemistry.

Cm H24 OS

2-Propenoic acid, 2-(hydroxymethyl)-, (3aR,4S,6aR,8S,9S,9aR,9bR)-dodecahydro-8-hydroxy-9-methyl-3,6-bis(methylene)-2-
oxoazuleno[4,5-b]furan-4-yl ester

Key Physical Properties:

Molecular Weight

348.39

Boiling Point (Predicted)

Value: 550.1+50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.26+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:
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~ 5 References
~ 2 Commercial Sources

Score: 97
6.
866457-58-1

Absolute stereochemistry.

ClB HZ4 OG

2-Propenoic acid, 2-(hydroxymethyl)-, (3aR,4S,6aR,9aR,9bR)-dodecahydro-3,9-dimethyl-6-methylene-2,8-dioxoazuleno[4,5-b] furan-
4-yl ester

Key Physical Properties:

Molecular Weight

348.39

Boiling Point (Predicted)

Value: 540.1+50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.24+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:
~ 2 References

Score: 96
7.
35730-78-0

Rotation (+)., Absolute stereochemistry.

ClQ H22 OS

2-Propenoic acid, 2-(hydroxymethyl)-, (3aR,4S,6aR,8S,9aR,9bR)-dodecahydro-8-hydroxy-3,6,9-tris(methylene)-2-oxoazuleno[4,5-
b]furan-4-yl ester

Key Physical Properties:

Molecular Weight

346.37

Boiling Point (Predicted)

Value: 566.24+50.0 °C | Condition: Press: 760 Torr
Density (Predicted)

Value: 1.28+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C
Related Info:

~ 259 References

Reactions

~ 39 Commercial Sources

Spectra

Experimental Properties
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Score: 96

8.
35932-39-9
0
oH .
DJW/\DH
Clg H22 06

2-Propenoic acid, 2-(hydroxymethyl)-, dodecahydro-8-hydroxy-3,6,9-tris(methylene)-2-oxoazuleno[4,5-b]furan-4-yl ester
Key Physical Properties:

Molecular Weight

346.37

Boiling Point (Predicted)

Value: 566.2+50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.28+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr

pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:
~ 6 References
~ 8 Commercial Sources

Score: 96
9.
119403-30-4

et

Absolute stereochemistry.

Cm H24 OS

2-Propenoic acid, 2-(hydroxymethyl)-, dodecahydro-4-hydroxy-3-methyl-6,9-bis(methylene)-2-oxoazuleno[4,5-b]furan-8-yl ester,
[3R-(30,3aB,4B,6aB,80,9aB,9ba)]- (9CI)

Key Physical Properties:

Molecular Weight

348.39

Boiling Point (Predicted)

Value: 547.4+50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.26+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.54+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:

~ 1 References
Spectra

Experimental Properties

Score: 96
10.
1821519-63-4
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Absolute stereochemistry.

ClB HlB D4 OG
INDEX NAME NOT YET ASSIGNED

Related Info:
~ 1 References
Reactions

Score: 96
11.
1923795-05-4

Absolute stereochemistry.

Clg HZZ OG

2-Propenoic acid, 2-(hydroxymethyl)-, (3aR,6aR,8S,9aR,9bR)-dodecahydro-8-hydroxy-3,6,9-tris(methylene)-2-oxoazuleno[4,5-
b]furan-4-yl ester

Key Physical Properties:

Molecular Weight

346.37

Boiling Point (Predicted)

Value: 566.2+50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.28+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C
Related Info:
~ 1 References

Score: 95
12.
85011-56-9

i / D)\"'/\DH

ClQ HZZ OS
2-Propenoic acid, 2-(hydroxymethyl)-, dodecahydro-7-hydroxy-3,6,9-tris(methylene)-2-oxoazuleno[4,5-b]furan-4-yl ester (9ClI)

Key Physical Properties:

Molecular Weight

346.37

Boiling Point (Predicted)

Value: 566.1+50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.28+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C
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Related Info:

~ 1 References

~ 2 Commercial Sources
Score: 95

13.

1212401-38-1

Relative stereochemistry.

ClB HZZ OG

2-Propenoic acid, 2-(hydroxymethyl)-, (3aR,4S,6aR,9R,9aR,9bR)-dodecahydro-9-methyl-3,6-bis(methylene)-2,8-dioxoazuleno[4,5-
b]furan-4-yl ester, rel-

Key Physical Properties:

Molecular Weight

346.37

Boiling Point (Predicted)

Value: 551.8+50.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.26+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:

~ 1 References

~ 1 Commercial Sources

Score: 95

14,

1482499-27-3

Absolute stereochemistry.

ClQ H22 OS

2-Propenoic acid, 2-(hydroxymethyl)-, (3aR,4S,6aR,9R,9aR,9bR)-dodecahydro-9-methyl-3,6-bis(methylene)-2,8-dioxoazuleno[4,5-
b]furan-4-yl ester

Key Physical Properties:

Molecular Weight

346.37

Boiling Point (Predicted)

Value: 551.8450.0 °C | Condition: Press: 760 Torr

Density (Predicted)

Value: 1.26+0.1 g/cm3 | Condition: Temp: 20 °C Press: 760 Torr
pKa (Predicted)

Value: 13.52+0.10 | Condition: Most Acidic Temp: 25 °C

Related Info:

~ 1 References
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