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Typical Product Specifications & Properties

Benzoic acid, 3-luoro-4-
(formylamino)-, methyl ester

CAS Number: : 1314936-23-6

Specifications || Limits
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| Molecular Formula || C9H8FNO3 |

| Molecular weight || |

Chemical Structure

Canonicalized 1

Compound

Compoupd 999
Complexity

Hydrogen Bond 4

Acceptor Count

Hydrogen Bond Donor
Count

| Rotatable Bond Count || 3 |
| Allowed IUPAC Name || methyl 3-fluoro-4-formamido-benzoate |

CAS-like Style IUPAC
Name

1

3-fluoro-4-formamidobenzoic acid methyl ester

| Markup IUPAC Name || methyl 3-fluoro-4-formamidobenzoate |

@ ®

GET A QUICK QUOTE 415 Huguenot Street, New Rochelle, New York 10801

Disclaimer: this is a web generated product specification and property document. All information on this document is subject to reconfirmation at time of quote and order.



https://www.parchem.com/
https://www.parchem.com/quote
https://www.parchem.com/quote
https://www.parchem.com/specialty-chemical-raw-material-quality-control#iso
https://www.parchem.com/specialty-chemical-raw-material-quality-control#usda
https://www.parchem.com/specialty-chemical-raw-material-quality-control#kosher
https://www.parchem.com/specialty-chemical-raw-material-quality-control#dea
https://www.parchem.com/specialty-chemical-raw-material-quality-control#atf
https://www.parchem.com/specialty-chemical-raw-material-quality-control#ttb
https://www.parchem.com/chemical-supplier-distributor/benzoic-acid-3-fluoro-4-formylamino-methyl-ester-615611
https://www.parchem.com/chemical-supplier-distributor/benzoic-acid-3-fluoro-4-formylamino-methyl-ester-615611
https://www.parchem.com/chemical-supplier-distributor/benzoic-acid-3-fluoro-4-formylamino-methyl-ester-615611
https://www.parchem.com/chemical-supplier-distributor/benzoic-acid-3-fluoro-4-formylamino-methyl-ester-615611

www.parchem.com

GIVE US A CALL
800-282-3982
@14-654-6800

parchem

fine & specialty chemicals

GET A QUICK QUOTE

Specifications

|| Limits

Preferred IUPAC
Name

methyl 3-fluocro-4-formamidobenzoate

Systematic IUPAC
Name

methyl 3-fluoranyl-4-formamido-benzoate

Traditional IUPAC
Naome

3-fluoro-4-formamido-benzoic acid methyl ester

Standard InChl

INChi=15/C9H8FNO3/c1-14-9(13)6-2-3-8(11-5-
12)7(10)4-6/h2-5H,1H3,(H,11,12)

| Standard InChlkey

” HECHHBNGQFHWHW-UHFFFAOYSA-N

| XLogP3-AA Log P

(11

| Exact Mass

| Molecular Weight

” 197.16

| Canonical SMILES

[ COC(=0)C1=CC(=C(C=C1)NC=O)F

| Isomeric SMILES

I
” 197.04882128 |
|
|
|

[ COC(=0)C1=CC(=C(C=C1)NC=O)F

Polar Surface Area

. 55.4
Topological
Monolsotopic
Weight 197.04882128
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